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ABSTRACT

The SIERR A Low Mach Module: Fuego along with the SIERR A Participating Media Radiation
Module: Syrinx, henceforth referred to as Fuego and Syrinx, respectively, are the key elements of the
ASCI fire environment simulation project. The fire environment simulation project is directed at
characterizing both open large-scale pool fires and building enclosure fires. Fuego represents the
turbulent, buoyantly-driven incompressible flow, heat transfer, mass transfer, combustion, soot, and
absorption coefficient model portion of the simulation software. Syrinx represents the
participating-media thermal radiation mechanics. This project is an integral part of the SIERR A
multi-mechanics software development project. Fuego depends heavily upon the core architecture
developments provided by SIERR A for massively parallel computing, solution adaptivity, and
mechanics coupling on unstructured grids.
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NOMENCLATURE

Einstein notation is used extensively throughout this report to imply summation over repeated indices,
primarily for multiple directions in integral equations. Indices are also used to denote chemical species
in a gas mixture. When dealing with notation for chemical species, Einstein notation is not implied.

When summation over chemical species is required, we will use a summation operator.

ENGLISH CHARACTER SYMBOLS

£

N
S,

CEECEECENS

>

.]i7g

g

e

mixture speciﬁc heat at constant pressure
mass diffusion coefficient
mixture-averaged mass diffusion coeflicient for species i
mass diffusion coefficient between species ¢ and j in a mixture
law of the wall parameter, turbulence model

mass fraction of "excess” carbon in a given species (over what may for COz2 from the available
oxygen in the species)

scalar radiative flux
magnitude of the gravity vector
component of the gravity vector in the x; direction
mixture enthalpy
fuel pool depth
mass diffusion flux vector for species ¢ in the x; direction
fuel heat of vaporization
number of chemical species in a mixture
mixture thermal conductivity
turbulent kinetic energy
length scale

integral scale with respect to turbulence
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2 82 g

3

uj

g e oS oe oy

characteristic length scale of the products
mass flow rate
mass
concentration of soot particles per volume
concentration of radical nuclei per volume
unit normal vector component in the z; direction
pressure
thermodynamic pressure
heat flux vector component in the z; direction
soot/radical-nuclei particle production/consumption rate per volume in a cell
universal gas constant
species mass production/consumption rate per unit volume in cell
position vector
unit direction vector for radiation transport
ratio of air mass fraction to fuel mass fraction
source term for scalar variable ¢
time
temperature
velocity component in the z; direction
velocity component in the z-direction
friction velocity, turbulence model
velocity parallel to the wall, turbulence model
dimensionless velocity, turbulence model
velocity component in the y-direction
volume of the computation cell (control volume)
velocity component in the z-direction
mixture molecular weight
Cartesian coordinate direction
mole fraction of species s

mass fraction of species s
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dimensionless distance from wall, turbulence model

GREEK CHARACTER SYMBOLS

absorptivity
concentration of radical nuclei per mixture mass
£, mole fraction of carbon available to produce soot
X  weighting function for the reacting portion of the fine structure

A scalar difference

0;;j  identity matrix

€ total normal emissivity

€ dissipation of turbulent kinetic energy

0 spherical direction angle for radiation transport
¢ generic scalar quantity

® equivalence ratio

~v  volume fraction of turbulent fine structures

v coeflicient of surface tension

n  Kolmogorov dissipative turbulent length scale
K emittance

k  thermal conductivity

K von Karman constant, turbulence model

A Taylor turbulent length scale

" viscosity

v kinematic viscosity

p  mixture density

p  reflectivity

o Stefan-Boltzmann constant

Ty deviatoric plus pressure stress tensor

T characteristic time scale

T transmissivity
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T;j  viscous stress tensor
v Kolmogorov dissipative turbulent velocity scale

¢ stoichiometric coefficient

SUPERSCRIPT CHARACTER SYMBOLS

n iteration or time step number

T indicial notation for reaction number
fluctuating quantity with respect to time average
" fluctuating quantity with respect to Favre average
normalize by stoichiometric values

time rate of change of a variable

Favre-averaged quantity

* value for the turbulent fine structure in a cell

o value for the surrounding structure in a cell

time-averaged quantity

SUBSCRIPT CHARACTER SYMBOLS

air property associated with air

az azimuthal angle

cell property associated with a control volume

co stoichiometric reaction with CO and Ha products
co2 stoichiometric reaction with CO2 and H20 products, also a property associated with CO2
D property associated with diluents

flame  property associated with flame zone

fuel  property associated with fuel

g  indicial notation for gas-phase chemical species

h20  property associated with H20O

i indicial notation for component of a vector or tensor
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inc  incident quantity

J indicial notation for component of a vector or tensor
k indicial notation for chemical species
min minimum limiting value

MiX  mixture property

n number of hydrogen atoms in the fuel molecule
n2 property associated with N2

OXY  property associated with Oz

P  number of nitrogen atoms in the fuel molecule
prod property associated with products

q number of oxygen atoms in the fuel molecule
rad  property associated with radiation

reac  associated with a specific chemical reaction (??)
res fine structure residence

soot  property associated with soot

stoich  stoichiometric composition

surr  property associated with the surroundings

t turbulent quantity

w  wall value

Zn zenith angle

DIMENSIONLESS GROUPS

Pr Prandtl number, the ratio of viscous and thermal diffusivities
Re Reynolds number, the ratio of inertial and viscous forces

Sc Schmidt number, the ratio of viscous and mass diffusivities
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1. INTRODUCTION

The SIERR A Low Mach Module: Fuego along with the SIERR A Participating Media Radiation
Module: Syrinx, henceforth referred to as Fuego and Syrinx, respectively, are the key elements of the
ASC fire environment simulation project. The fire environment simulation project is directed at
characterizing both open large-scale pool fires and building enclosure fires. Fuego represents the
turbulent, buoyantly-driven incompressible flow, heat transfer, mass transfer, combustion, soot, and
absorption coefficient model portion of the simulation software. Syrinx represents the
participating-media thermal radiation mechanics. This project is an integral part of the SIERR A
multi-mechanics software development project. Fuego depends heavily upon the core architecture
developments provided by SIERR A for massively parallel computing, solution adaptivity, and
mechanics coupling on unstructured grids.

1.1. ABNORMAL THERMAL ENVIRONMENTS

Fuego/Syrinx is part of a suite of numerical simulation tools used to address abnormal thermal
environments for nuclear weapon systems [1]. From manufacture to disassembly, a weapon will see
three types of environments: normal, hostile, and abnormal. Abnormal environments result from
natural phenomena, such as fires, floods, tornadoes, earthquakes, lightning strikes, meteor strikes, etc.,
and human phenomena, generally classified as “accidents”. In general, these phenomena can present
thermal, mechanical, and electrical hazards to a weapon system. Nuclear weapon systems must respond
to these abnormal environments in a deterministically safe manner.

Fire phenomena in the context of the abnormal thermal environment weapons response issue is part of
a three stage process leading from an accident to the system response. For certain scenarios, these stages
are uncoupled and may be sequential in time; in others, the stages are tightly coupled and concurrent in
time.

The first stage is the initial accident or environmental scenario that is defined typically through
probeabilistic studies such as historic data involving accident frequencies of a given type, ignition
probeabilities, etc. These are used to define scenarios for deterministic simulation tools that determine
the state of integrity of the weapon system and the distribution of fuel. The weapon integrity is
determined by the mechanical, transient-dynamic environment it sees during an accident. For accident
scenario description, Fuego is intended to handle the distribution of liquid fuels, although initial
implementation will be somewhat limited due to the very broad possibilities (e.g., fuel pools, spills,
sprays, porous flows) and complexity involved in two-phase flow.

The second stage is the actual buoyant, turbulent, reacting, flow that is the source of the thermal hazard
for the weapon system. Fuego and Syrinx are the primary tools that describe the fire phenomenology
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that links an accident description to thermal radiation and convection on a weapon system. Fire
involves a very complex, coupled set of physical phenomena over a very broad range of time and length
scales. The key features are the turbulent, buoyant flows involving combustion of the fuel and air, and
the formation of soot which results in participating media radiation (Syrinx), and a range of convection
heat transfer conditions from free to forced convection (Fuego).

The third stage is the weapon thermal response. As with the fire itself, the response of the warhead to a
fire is described by very complex, coupled set of physical phenomena. Simulation will require the
coupling of several, separate effects codes for a complete description. Heat from the fire is conducted
into the weapon and transmitted by surface-surface radiation. Materials such as foams decompose and
result in pressurization. Conduction across engineered joints is pressure dependent as is the
decomposition process. Materials such as aluminum can potentially melt and relocate. Energetic
materials can decompose and react. Within this environment the engineered fail-safes in the weapon
electrical system must operate with high reliability to ensure nuclear safety.

Because of the number of physical phenomena involved from the accident scenario to the weapon
response for abnormal thermal environments, and the very disparate time and length scales over which
these phenomena occur, it is necessary to have high-performance, massively-parallel, computers to even
consider addressing a problem of this scale and complexity. Further, the key to integrating this suite of
tools is flexibility of coupling and a common database architecture. Thus it is intended that all the
simulation requirements identified above will ride on a common software architecture (SIERR A) with
broad coupling flexibilities.

The principal value of the suite of numerical simulation tools is not the description of the accident to
response process, but the ability to evaluate prevention and mitigation design strategies. Preventative
strategies are primarily applied via administrative controls. Examples include design and maintenance to
minimize fuel levels, separation of fuels from air and ignition sources, and/or weapons separate from
the combination. Mitigation strategies include suppression (either manually through fire-fighters or by
automated fire suppression equipment), design of thermally activated fail-safes, and containment
design. In general, multiple barriers exist between fire and health consequences to the general public for
nuclear weapons.

1.2. DELIVERABLES

The requirements for Fuego Version 1.0 are described in the Strategic Plan [2] and are summarized as
follows:

* Customer Applications
— Weapons Designers
* Weapons Designers (all phases)
* Weapons Safety Certification
— Facilities Safety
* Prevention Strategies Design/Assessment
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* Mitigation Strategies Design/Assessment
- Nuclear Safety
* Weapons Safety Assessments
* Abnormal Thermal Environments Scenario Assessment
* Scenarios

— All credible accident scenarios involving fire that can occur from creation to disassembly of
any of our nuclear weapon systems.

* Priority Scenarios
— open hydrocarbon pool fire without wind
— open hydrocarbon pool fire with wind
— fadility/enclosure with a hydrocarbon fuel fire
* Required Output: Radiative and Convective Heat Flux
- Resolution requirements
* length scale: O(o.1 m)
* time scale: O(10 s)
- Uncertainty requirements
* uncertainty estimates are a required part of an analysis
* range from qualitative analysis to “as low as achievable”
* tolerance: early phase design > late phase design > certification
* Math Model Requirements
— Grid-Resolved Models: All Favre-averaged (RANS)
* mass conservation, variable density
* species conservation (7 gas equations, 2 soot equations)
* momentum conservation (3 equations)
* energy conservation (low Mach number approximation)
* participating media radiation (number of equations ?)
* turbulence model (2 equations)
— Sub-Grid Models
* wall functions for momentum and heat transfer
* sub-grid turbulent mixing for combustion, soot, and radiation (EDC)
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* combustion chemistry and thermochemistry (EDC)
* soot and precursor formation (EDC)
— Material Models
* radiative emission/absorption properties
* transport properties for momentum, energy, and species
* ideal gas law and thermally perfect thermodynamic properties
— Fuel Sources
* liquid hydrocarbon pools
* Computational Requirements
— Compatibility with SIERR A Frameworks

* coupled-mechanics (turbulent combustion, participating media radiation, heat
conduction)

* massively parallel

* distributed memory

* unstructured grid, O(10%) elements
— Numerical Methods and Solvers

* proven technology — guaranteed convergence (first-order accurate methods, time and
space)

* 3D, control volume, finite element method (CVFEM)
* transient (but only for time scales long relative to turbulent fluctuation time scales)
* flexible coupling between math models (linearization and segregation)
* Problem Solving Environment Requirements
— Preprocessing for large data sets
— Diagnostics/Postprocessing for large data sets
* sensitivity coefficients
* virtual measurement comparison; i.e., thermocouple
— Version control
* Verification Requirements
— Guidelines
— Truncation error analysis for all operators
— Regression testing during development
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— Unit testing for major program elements

— Verification testing to establish correct implementation
* Certification Requirements

- Analyst training program

— Review and approval process

* Documentation Requirements

Implementation Plans for development

Theory Manual
* math models
* numerical methods

* solution strategies

User Manual (input syntax and definitions)

Verification Suite

* Truncation error
* Regression tests
* Unit tests
* Verification tests
The following definitions describe the release schedule:
* Fuego o — math models are in place and a fire problem is demonstrated by the development team

* Fuego [3 - code verification is sufficiently complete that the code can be released to a small group
of “friendly” users; i.e., analysts working on simulation validation

* Fuego 1.0.0 — code is released with documentation and defect tracking

1.3. DOCUMENT ORGANIZATION

This document contains theory and implementation details for the Fuego code. A discussion of the
physical models and governing transport equations (math models) is given in Chapter 2. A discussion of
the numerical methods that we use to solve the governing transport equations is given in Chapter s.
Implementation details regarding the SIERR A Frameworks are described in Chapter 6. Future math
model improvements are discussed in the appendices.

The Einstein notation of repeated indices is used extensively throughout this document. The only
exception is for equations involving chemical species where an explicit summation operator is used to
imply summation over all chemical species.
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2. MATH MODELS

Fire simulation requires the solution of variable property, high Grashof number, turbulent, low Mach
number flow including the effects of species and soot transport, radiation, and buoyancy. Figure 2.0-1
shows the relation and interconnectivity of the math models as a function of physical conservation law
and length scale. Conservation laws include mass of the mixture, momentum, mass of the individual
species, and energy. Length scales vary from molecular to convection dominated. For purposes of
discussion, length scales are also categorized by the method of resolution.

The transport equations used to describe fire physics are based on two sets of approximations to the
fundamental equations of fluid dynamics. Fast acoustic time scales are removed from the equations
using low Mach number asymptotics, described in Section 2.1. Turbulent transport at high Grashof
numbers is modeled using a Reynolds averaging approach, described in Section 2.4.1.

In what follows, we note that unless specifically stated otherwise all units in the equations and
submodel expressions are cgs. For a more extensive treatment of units and unit conversions in Fuego,
please see the “Units and Unit Conversions” section in the User’s Manual. The numerical methods we
use to solve the transport equations are of the finite volume class. Therefore, we generally write the
transport equations in the integral form.

2.1. LOW MACH NUMBER EQUATIONS

The low Mach number equations are a subset of the full compressible Navier-Stokes (and continuity
and energy) equations, admitting large variations in gas density while remaining acoustically
incompressible. The low Mach number equations are preferred over the full compressible equations for
our problems of interest. We avoid resolving fast-moving acoustic signals which have no bearing on the
transport processes. Derivations of the low Mach number equations are found in Rehm and Baum [3],
Paolucci [4], Majda and Sethian [5], and Merkle and Choi [6]. The equations are derived from the
compressible equations using a perturbation expansion in terms of the lower limit of the Mach number
squared; hence the name. The asymptotic expansion leads to a splitting of pressure into a spatially
constant thermodynamic pressure and a locally varying dynamic pressure. The dynamic pressure is
decoupled from the thermodynamic state and cannot propagate acoustic waves. The thermodynamic
pressure is used in the equation of state and to determine thermophysical properties. The
thermodynamic pressure can vary in time and can be calculated using a global energy balance.
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Figure 2.0-1.. Fire Math Model Coupling in Fuego
2.1.1. Asymptotic Expansion

The asymptotic expansion for the low Mach number equations begins with the full compressible
equations in Cartesian coordinates. The equations are the minimum set required to propagate acoustic
waves. The equations are written in divergence form using Einstein notation (summation over repeated
indices):

dp | Opu;
ot * 8% N 07 (Z.I)
Opu;  Opuju; OP  Omy
5 ' oz, 'om oz % (22)
opE  Opu;H 0q;  Ow;Ty;
5 " oz, 0w  om Mo (23)

The primitive variables are the velocity components, u;, the pressure, P, and the temperature 7'. The
viscous shear stress tensor is 7;, the heat conduction is g;, the total enthalpy is H, the total internal
energy is I, the density is p, and the gravity vector is g;. The total internal energy and total enthalpy
contain the kinetic energy contributions. The equations are closed using the following models and
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definitions:

R
P = p—T
pW >
E = H-P/p,
1
H = h+—ukuk,
2
T = 8xj 81}
or

u (8% i (9u]> 2 auk(sih

e

(2.4)
(2.5)
(2.6)

(2.7)
(2.8)

The mean molecular weight of the gas is W, the molecular viscosity is u, and the thermal conductivity is
k. A Newtonian fluid is assumed along with the Stokes hypothesis for the stress tensor.

The equations are scaled so that the variables are all of order one. The velocities, lengths, and times are
nondimensionalized by a characteristic velocity, Us, and a length scale, L. The pressure, density, and

temperature are nondimensionalized by Py, po, and Ti.. The enthalpy and energy are

nondimensionalized by C), ».T'. Dimensionless variables are noted by overbars. The dimensionless

equations are:

o opu; _
ot = 0z ’
opu;  Opu;u; 1 9P  10m; 1 _
oF ' or; | AMa?dz  Redz; | r
oph Opush 1 109 ~—10P
of T Tos, = “PrReow, | 4 Of
fy—lMaQ(?ﬂﬁij v —1Ma?
4 v Re 0z +pu,—T Fr;
B 7—_1Ma2 <8pakak Opu Uy,
2 ot oz,

The groupings of characteristic scaling terms are:

Re

Pr

FI'Z'

Ma

PooUso L
Bos

C’p,oo,uoo
ke

2

Uso

gL’

uZ,
~RToo /W’

where 7 is the ratio of specific heats.

Reynolds number,

Prandtl number,

gz‘_ié()a

Froude number,

Mach number,
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For small Mach numbers, Ma < 1, the kinetic energy, viscous work, and gravity work terms can be
neglected in the energy equation since those terms are scaled by the square of the Mach number. The
inverse of Mach number squared remains in the momentum equations, suggesting singular behavior. In
order to explore the singularity, the pressure, velocity and temperature are expanded as asymptotic series
in terms of the parameter e:

p = P0+P16+P2E2... (2"16)
ﬂi = ﬁw + ﬂi716 + ﬂ,i7262 . o (2.17)
T = T() + T1€ + T2€2 o i (2.18)

The zeroeth-order terms are collected together in each of the equations. The form of the continuity
equation stays the same. The gradient of the pressure in the zeroeth-order momentum equations can
become singular since it is divided by the characteristic Mach number squared. In order for the
zeroeth-order momentum equations to remain well-behaved, the spatial variation of the P, term must
be zero. If the magnitude of the expansion parameter is selected to be proportional to the square of the
characteristic Mach number, € = vMaz, then the P term can be included in the zeroeth-order
momentum equation.
1 9P 9 1
YMa? dz;  Ox; (fyl\/[a2

P+ 62P1—|—...):i(P1—|—€p2+... ) (2.19)
~Ma Ox;
The form of the energy equation remains the same, less the kinetic energy, viscous work and gravity
work terms. The Py term remains in the energy equation as a time derivative. The low Mach number
equations are the zeroeth-order equations in the expansion including the P; term in the momentum
equations. The expansion results in two different types of pressure and they are considered to be split
into a thermodynamic component and a dynamic component. The thermodynamic pressure is
constant in space, but can change in time. The thermodynamic pressure is used in the equation of state.
The dynamic pressure only arises as a gradient term in the momentum equation and acts to enforce
continuity. The unsplit dimensional pressure is

P = Py, +yMa’P,, (2.20)
where the dynamic pressure, p = P — Py, is related to a pressure coeflicient

5 P — Py

P 5 P, (2.21)
pOOuoo

The resulting unscaled low Mach number equations are:

% 4 ‘ZZJ‘ ~ 0 (8.22)
agif" - agffi + g—i = % +(p— po) i (2.23)
%Jrag—y = —g—g+a£h, (2.24)
where the ideal gas law becomes
Py, = p%T : (2.25)
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The hydrostatic pressure gradient has been subtracted from the momentum equation, assuming an
ambient density of p.. The stress tensor and heat conduction remain the same as in the original
equations.

2.1.2. Variable Thermodynamic Pressure

For alow Mach number set of equations, the time derivative of pressure can only be nonzero in a closed
volume with energy addition or subtraction. Relaxing the low Mach number limit allows a time and
spatially varying pressure to appear in the energy equation (see Section 2.2.3).

2.2. LAMINAR FLOW EQUATIONS

Laminar transport equations are not used for fire problems, but they are important for other classes of
problems such as manufacturing. The low Mach number approximation is assumed (see Section 2.1).

2.2.1. Conservation of Mass

The mass conservation equation of a mixture of gases is given by

%dv + /pujnde = {J, (2.26)

where u; is the mass average velocity of the mixture [7].

2.2.2. Conservation of Momentum

The conservation of momentum equations are given by

opu;
g’: dv + / puzun;dS + / PnidsS = / TS + / (p — po) g:dV, (2.27)
where the viscous stress tensor is
Sy = — ——0;;. 28
Ty = H ((%:j U 3%‘) E’)'uﬁx/r€ ¢ (2:28)

The pressure, P, in the momentum equations deserves a special note as this quantity can represent
either the dynamic, i.e., the second term in the Mach number expansion in the case of the low Mach
number assumption, or the static pressure in the case of formally compressibility. In either case, as
shown above the hydrostatic pressure gradient has been removed which gives rise to the far-field density,
Po, in the buoyancy body force. Optionally, we allow for the following sets of buoyancy models:
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1) a Boussinesq buoyancy approximation where the density difference is approximated as

(b= po) %~ (T~ T), (229)

2) a standard buoyant model in which case the pressure above does include the hydrostatic pressure and
the buoyancy right-hand-side source term is,

PYis (2.30)
3) A Boussinesq approximation for a binary mixture in which case the right-hand-side contribution is:

1 1
MW, MW,

pMW"e ( ) Vi —Y"] g, (2.31)

The user is referred to the Fuego user manual for exact line commands for each of these buoyancy
options.

Note that zero pressure is almost always a convenient initial condition for alow Mach fluid flow.
However, in cases without buoyancy, it can be anything, as the value only defines the additive constant
for the pressure solve. However, one must ensure that the value matches for both initial and boundary
condition specifications.

For buoyant flow, specifying zero pressure is convenient in tandem with the “differential” buoyancy
option. This buoyancy term subtracts off the hydrostatic contribution such that the source term is
written as

p(p = Pres) (2.32)

One can see that using this term along with a zero pressure initial condition allows one to avoid
specifying initial and boundary conditions as the hydrostatic pressure, i.e., as a function of height.

2.2.3. Conservation of Energy

The conservation of energy equation in terms of enthalpy (including a source term due to radiation
absorption and emission) is

Oph dq;
oP oP ou,
el 14 i—dV, ;
+ /<8t +u]al,j) V+/TJ8:E]- V. (2'33)

where the energy diffusion flux vector is given by

T«
G =g T > phi Y, (2.34)

J k=1

and 1 1, is the diffusion velocity of species k in the j direction. This form of the energy equation is
derived by starting with the energy equation and supplemental relationships of internal energy and
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total enthalpy provided in Section 2.1.1. The time term and convection term due to kinetic energy are
expanded using the chain rule and simplified by enforcing the continuity equation. The remaining
kinetic energy terms and gravitational force term are removed by dotting velocity with the momentum
equation (to obtain the mechanical energy equation) and subtracting it from the energy equation. This
procedure provides the full material derivative of pressure and the expanded viscous dissipation term.
The last two terms of Equation 2.33 are only active when formal compressibility (in an acoustic sense)
are important (see the Fuego user manual for the appropriate command lines to activate the low speed
compressible and high speed compressible form in Fuego).

For alow Mach number flow, the time derivative of the pressure appearing above is substituted by the
thermodynamic reference pressure, P, that can only be nonzero in a closed volume with energy
addition or subtraction. However, the low Mach number approximation mandates that the
thermodynamic pressure is always spatially uniform.

The enthalpy of the mixture, h, is a mass-average of the component enthalpies, hy, given by
K
h=>Y WY (2.35)
k=1

The energy diffusion flux vector includes a scaled gradient of temperature whereas the independent
field to be solved in Equation 2.33 is enthalpy. The form of the gradient of temperature is derived by
first taking the gradient of Equation 2.35 and using the chain rule,

Ohy, oY,
(9% Z: Yo, 0z; Z LT ox;’ \a36)

Given the thermodynamic definition of specific heat, the above equation is given by,

Oh - 8Yk
k=1
oT BYk
- Cp axj Z hk 81'] (2’38)
k=1
This equation is rearranged,
oT 1 [oh . 0Y;
— = — - h— .
a.fl)'j Cp (01'] z:: k@@) ’ (2 39)
and substituted into the energy diffusion flux vector to obtain,
K K
g =—— he—=— 1 + phi Y5, g (2.40)
4 Cp (8% ; Oz, > kz:; ¢

Commonly, the last two terms in the above equation can be canceled when a simple diffusion model is
assumed (see Section 2.2.4, Equation 2.46) in the limit where the ratio of thermal and mass diffusion is
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equal (unity Lewis number, or equivalently speaking the Prandtl number equals the Schmidt number,
i.e.,

Le"™W = — = — =1, (2.41)

o= p?’ (2.42)
P
C.
Pr = %,u — p%. (2.43)
and
Sa= pl/; . (2.44)

2.2.4. Conservation of Species

The mass conservation equation for species & in a mixture of K gas phase species is

OpY;
/ Pk + / pYium;dS = — / pi; 1 Yin;dS + / wpdV, (2.45)

ot

where wy, is the mass generation rate of species k per unit volume by homogeneous chemical reactions.
We allow several approximations for the diffusion velocity, 4; 5, derived in Appendix 7. The simplest
form is Fickian diffusion with the same value of mass diffusivity for all species,

1 0Y;
Yk 81‘i ‘

~

Uik = —

(2.46)

This form is used for the Reynolds-averaged form of the equations for turbulent flow. A more accurate
approximation uses a mixture-averaged diffusion coefhicient, Dy, for each species diffusion velocity,

(2.47)

Ai — D, t L

5 10Xy o (10% 13w
Xkal'z_ F ‘

2.2.5. Conservation of Momentum, Axisymmetric with Swirl

Axisymmetric flows, with or without swirl, are described by two-dimensional equations in cylindrical
coordinates. All azimuthal derivatives are zero (i.e., 0/96 = 0). The axial coordinate is x, the radial
coordinate is 7, and the azimuthal coordinate is 6. The radius is retained in the equations and the
purpose will become more clear in the discussion of the discrete integral form. The axial velocity is u,
the radial velocity is v, and the azimuthal velocity is w.
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Axial-Momentum:

Opur 0 g 0 dp 0

5 -+ B (pu r) + o (puvr) + r% = 5 (rTes) + o (r7er) + proz

Radial-Momentum:
dpvr 0 0] 9 op » O
5 + P (puvr) + B (pv 7“) + T(?r pw’ = e (r7ee) + o (r7pr) — Tog + pro:

Azimuthal-Momentum:

opwr 0 0 0 L@ ;s

% T or (puwr) + ar (pvwr) + pow = p (r7o.) + o (r*70r)

The viscous stress terms for the cylindrical equations are

o | Oz (%v or r
~ Jov  0u
Tre = M_%‘FE}
. M’Q@__(a_ume)]
" | Or Ox r
v 2 v
w273 (G et
0 [w
= g (3)
_ Ow
Teg = M%

(2.48)

(2.49)

(2.50)

(2.51)
(252)
(253)
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The azimuthal equation can be simplified by relating the swirl velocity to the angular velocity, w = rw.

The momentum equation, written in terms of the angular velocity, is
Opwr 0 &u . 0
Hox or

42 () + o (o) + 2pu =
It B puwT or puwr PpUW = B

The production term that is used in the turbulence model is
ou ov\ 2 v 2 ou
b=z [(a) + (a—) ) (E*

2.2.6. Laminar Flow Boundary Conditions
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The laminar flow math models require boundary conditions for velocity, pressure, temperature and

enthalpy variables, and mixture composition.
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2.2.6.1. Inflow

There are three types of inflow boundary conditions. For velocity-specified inflow, Dirichlet conditions
are applied to velocities in the momentum equations, temperature in the energy equation, and mass
fractions in the species equations. The mass flow rate at the boundary is specified for the continuity
equation. The pressure floats to a consistent value. Alternatively, a control volume balance is retained at
the boundary nodes and the convection fluxes are specified.

For pressure-specified inflow, the outflow boundary condition is applied with the added condition that
the flow must enter the domain normal to the mesh boundary. Transport equations are solved for the
momentum, energy and species equations.

2.2.6.2. Outflow

The pressure is specified at integration points on the outflow boundary. The specified pressure is used
in the surface integration procedure for approximation nodal gradients. The pressure gradients are used
to construct an interpolation for the mass flow rate at the boundary. Transport equations are solved for
the momentum, energy and species equations. Upwind extrapolation is used for the scalars if the flow is
leaving the domain. The boundary values of velocity and specified far-field values of scalars are used if
the flow is entering the domain.

2.2.6.3. Wall

It is assumed that there is no mass flow through the wall. The velocity is specified as a Dirichlet
boundary condition in the momentum equations. The temperature is specified as a Dirichlet boundary
condition in the energy if the wall is isothermal. We currently do not support heterogeneous chemical
reactions at a surface, so there should be no boundary condition applied to the mass fractions.

2.2.6.4. Symmetry Plane

There is no mass flow rate through the symmetry plane and there is no transport of scalar variables. The
normal stress (pressure and viscous) at the symmetry plane is applied in the momentum equations.

Beta Capability:

2.2.7. Volume of Fluid

The volume-of-fluid equation (VOF) is a pure advection equation used for tracking phases in
multi-phase simulations. Its governing equation is

/ g—j‘dv+ / aumn;dS = / S,dV, (2.59)
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where the source term, S, can contain contributions from compressibility and phase change. Because
this is a form of a continuity equation, care must be taken that it remains consistent with the overall
continuity equation. The overall continuity equation is applied without distinction between phases,
while this equation provides continuity based on fluxes of individual phases. Althought more than 2
phases is not currently supported in Fuego, if there were /N phases one would solve N — 1 VOF
equations after solving the overall continuity equation.

2.3. RADIATION TRANSPORT EQUATION

For applications involving PMR, both the radiative heat flux and the divergence of the radiative heat
flux are needed. The radiative heat flux vector provides the radiative flux to the boundary of the heat
conduction region. The flux divergence provides one of the principal volumetric heat sources in the
turbulent combustion region for fire applications.

2.3.1. Boltzmann Transport Equation

The spatial variation of the radiative intensity corresponding to a given direction and at a given
wavelength within a radiatively participating material, I(s), is governed by the Boltzmann transport
equation. In general, the Boltzmann equation represents a balance between absorption, emission,
out-scattering, and in-scattering of radiation at a point. For combustion applications, however, the
steady form of the Boltzmann equation is appropriate since the transient term only becomes important
on nanosecond time scales which is orders of magnitude shorter than the fastest chemical reaction [8].

Experimental data shows that the radiative properties for heavily sooting, fuel-rich hydrocarbon
diffusion flames (10~*% to 10~%% soot by volume) are dominated by the soot phase and to a lesser
extent by the gas phase (Modest [9], pg. 425). Since soot emits and absorbs radiation in a relatively
constant spectrum, it is common to ignore wavelength effects when modeling radiative transport in
these environments. Additionally, scattering from soot particles commonly generated by hydrocarbon
flames is several orders of magnitude smaller that the absorption effect and may be neglected [8]. With
these assumptions in mind, the appropriate form of the Boltzmann radiative transport equation for
heavily sooting hydrocarbon diffusion flames is

0 paoT?
D 1(s) + pal () = 127, (2.60)

S
where ji, is the absorption coefficient, () is the intensity along the direction s;, and 1" is the
temperature.

The flux divergence (the last term on the right hand side of Equation 2.33) may be written as a difference
between the radiative emission and mean incident radiation at a point,

gf = I [4UT4 — G] , (2.61)

where G is the scalar flux. The quantity, G/4, is often referred to as the mean incident intensity [10].
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The scalar flux and radiative flux vector represent angular moments of the directional radiative intensity
ata point [9],

2r  pmw
G= / / I (s)sind,,dd.,,db,., (2.62)
o Jo

27 s
q = / / I (s)s;sinb,,db,,db,., (2.63)
o Jo

where 0., and 0, are the zenith and azimuthal angles respectively as shown in Figure 2.3-1.

0 s=sind,,sino, i +coso, j+sino,coso,, k
zn

Figure 2.3-1.. Ordinate Direction Definition,
s = sinf,, sin0,.i + cosb,,j + sin b, cos O,.k

2.3.2. Radiation Intensity Boundary Condition

The radiation intensity must be defined at all portions of the boundary along which s;n; < 0, where n;
is the outward directed unit normal vector at the surface. The intensity is applied as a Dirichlet
condition which must be determined from the surface properties and temperature. The diffuse surface
assumption provides reasonable accuracy for many engineering combustion applications. The intensity
leaving a diffuse surface in all directions is given by

1 v
I(s)==[roTy +eoTy+ (1 —e—7)q;""ny], (2.64)
77

where € is the total normal emissivity of the surface, 7 is the transmissivity of the surface, T, is the
temperature of the boundary, T’ is the environmental temperature and q;’mc is the incident radiation,
or irradiation for direction j. Recall that the relationship given by Kirchhoff’s Law that relates
emissivity, transmissivity and reﬂectivity, P, is

p+T17+e=1. (2.65)

where it is implied that o = e.
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2.4. TURBULENCE MODELING OVERVIEW

Turbulent reacting flows involve a very large range of length and time scales, requiring massive
computational resources to directly resolve all of the physical processes for even the most simple
problem. To be able to solve complex problems of interest in a reasonable amount of time, modeling
approximations must be made. A filtered form of the time-dependent Navier-Stokes, energy, and
species mass conservation equations presented in Section 2.2 are used, and closure models are applied to
the new terms that arise due to the filtering operation. Temporal filtering is used in the
Reynolds-Averaged Navier-Stokes (RANS) method, and spatial filtering is used in the Large Eddy
Simulation (LES) method. The form of the models are dependent on the type of filtering performed,
and will be discussed for both the RANS and LES approaches in the following sections.

Figure 2.0-1 schematically illustrates the interaction between all of the transport equations across the full
range of length scales. The transport equations are shown in shorthand with the notation T, RA, UA,
D, S being the transient term, the resolved advection term, the unresolved advection (Reynolds stresses)
term, diffusion term and source term, respectively. Only one transport equation is shown for each
conservation principle, but it is understood that three equations exist for momentum (u,v;w), and an
equation exists for each species being transported (seven in the present model plus two for soot). The
momentum transport equations are strongly interconnected while the species equations are coupled
implicitly through their source terms, thermophysical properties, and conservation of mass of the
mixture.

The length scales in Figure 2.0-1 between the smallest control volume dimension and the largest mesh
dimension are defined as being "resolved”, and the transport equations are used to solve the physics in
this range. The effects of the resolved turbulent scales may be modeled for RANS closures or they may
be directly solved for LES closures. Turbulence length scales can extend down many orders of
magnitude beyond the smallest finite volume dimension to the Kolmogorov scales, and these subgrid
scales must be modeled in either closure approach.

The output of the closure models is expressed as a source term in the conservation equations for the
mean flow and as effective properties in the radiative transport equation. Hence, the output of the
closure models can be interpreted as being cell-averaged values for the control volume for the
appropriate time scale. For the RANS formulation used here, the time scale is long relative to the
turbulence time scales (i.e., long time average). For LES, the time scale is the local advection time. For
the current suite of models, the momentum closure model is of the lumped-parameter type; that is, it
assumes homogeneity of the subgrid turbulence. The remaining closures, species and energy, are of the
zone-model type; that is, they assume heterogeneity of the species and energy subgrid. Two zones (one
combusting, one not) are used in the current zone models.

For length scales above the length scale of the mesh, the physics is modified via boundary and initial
conditions. Momentum boundary conditions include specified velocity (wind, and mass sources), or
constant pressure (inflow/outflow). Species boundary conditions include a mass source for the fuel
(pool model). Thermal boundary conditions include flux and temperature conditions. The following

sections provide details of the math models for conservation laws and fire physics models used in
SIERR A/Fuego.
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2.4.1. RANS Temporal Filtering

In many typical engineering applications, only time averages of physical quantities are of interest.
Often, details of the turbulent fluctuations are of little concern. RANS formulations address this need
by solving a temporally-filtered form of the transport equations, directly yielding the time-averaged
variables of interest. For this reason, RANS approaches represent a relatively low-cost solution method
at the expense of additional modeling complexity.

An independent variable ¢ can be temporally filtered to obtain its mean ¢ with the mathematical form

(Tennekes and Lumley [11])
1 to+T
o(x) = lim — o(x, t) dt. (2.66)
T—00 T to
The original variable can be represented as the sum of its mean and fluctuating component, ¢ = ¢ + ¢/,

with the properties that ¢ = ¢and ¢ = 0. This is called the Reynolds decomposition of a variable.

In combustion problems, the overall exothermic process can result in large localized temperature
increases and a correspondingly large density decrease in open systems where the molecular weight
change from reactants to products is small. Allowing for turbulent fluctuations of density, the above
temporal averaging procedure gives rise to additional terms involving time averages of products of
density and other variable (e.g., velocity) fluctuations. An alternative approach to applying the
Reynolds decomposition strictly to all independent variables is to consider a mass-weighted
decomposition known as Favre averaging (Libby and Williams [12], p. 15; Kuo [13], p. 419). This
simplifies all of the transport equations and eases modeling. A Favre-averaged variable ¢ is defined in
terms of Reynolds averages as

5= 22

(2.67)
p
A variable can then be decomposed into its Favre-mean and fluctuating component as
¢=0+4¢", (2.68)
where p¢” = 0. Note that ¢ # 0. The relation between time averaged and Favre-averaged quantities
is .
5 T P
gb:qb(l-I— __>. (2.69)
120

Favre averaging is used for all turbulent transport equations solved in SIERR A/Fuego.

For the RANS formulation used here, the laminar conservation equations of Section 2.2 are first
temporally filtered, revealing additional terms that can be simplified by substituting the Favre
decomposition, resulting in the Favre-filtered equations that will be presented in Section 2..5. This
procedure results in new terms in the equations that consist of time averages of products of fluctuating
quantities, called Reynolds stresses. These moments must be modeled to close the system of
equations.

The length of the time filter is typically much larger than the time scales of a turbulent flow, meaning
that all time scales from the largest turbulence scale down to the minimum Kolmogorov scale are
represented by these Reynolds stresses. In a strict sense, there can be no time dependence of a mean
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(time-averaged) quantity. However, if there are variations in mean quantities that occur on time
intervals long compared to the averaging interval, then the transient terms for the mean quantities may
be justified and required. For this reason, unsteady R ANS simulations are possible with the present
formulation. The available RANS turbulence closure models are discussed in Section 2..6.

2.4.2. LES Spatial Filtering

Unlike the RANS approach which models most or all of the turbulent fluctuations, LES directly solves
for all resolved turbulent length scales and only models the smallest scales below the grid size. In this
way, a majority of the problem-dependent, energy-containing turbulent structure is directly solved in a
model-free fashion. The subgrid scales are closer to being isotropic than the resolved scales, and they
generally act to dissipate turbulent kinetic energy cascaded down from the larger scales in
momentum-driven turbulent flows. Modeling of these small scales is generally more straightforward
than RANS approaches, and overall solutions are usually more tolerant to LES modeling errors because
the subgrid scales comprise such a small portion of the overall turbulent structure. While LES is
generally accepted to be much more accurate than RANS approaches for complex turbulent flows, it is
also significantly more expensive than equivalent RANS simulations due to the finer grid resolution
required. Additionally, since LES results in a full unsteady solution, the simulation must be run for a
long time to gather any desired time-averaged statistics. The trade-off between accuracy and cost must
be weighed before choosing one method over the other.

The separation of turbulent length scales required for LES is obtained by using a spatial filter rather
than the RANS temporal filter. This filter has the mathematical form

+oo
oz, t) = o(x' 1)G(x' — x)da’, (2.70)

—0o0

which is a convolution integral over physical space & with the spatially-varying filter function G'. The

; - + ; ' &

filter function has the normalization property [~ G(x) d& = 1, and it has a characteristic length
scale A so that it filters out turbulent length scales smaller than this size. In the present formulation, a
simple “box filter” is used for the filter function,

1)V : (¢'—x)eV

Gz’ — =) = { 0 otherwise ’ (2.71)

where V' is the volume of control volume V whose central node is located at 2. This is essentially an
unweighted average over the control volume. The length scale of this filter is approximated by A = V.
This is typically called the grid filter, as it filters out scales smaller than the computational grid size.

Similar to the RANS temporal filter, a variable can be represented in terms of its filtered and subgrid
fluctuating components as

p=0+¢ (2.72)
For most forms of the filter function G (), repeated applications of the grid filter to a variable do not

yield the same result. In other words, 5 # ¢ and therefore ¢’ # 0, unlike with the RANS temporal
averages.
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As with the RANS formulation, modeling is much simplified in the presence of large density variations
if a Favre-filtered approach is used. A Favre-filtered variable ¢ is defined as

2l

gg P

b\|

(2.73)

and a variable can be decomposed in terms of its Favre-filtered and subgrid fluctuating component as

p=0¢+¢" (2.74)

Again, note that the useful identities for the Favre-filtered RANS variables do not apply, so that 5 £ ¢
and ¢ # 0. The Favre-filtered approach is used for all LES models in SIERR A/Fuego.

2.5. TURBULENT FLOW EQUATIONS,
FAVRE-AVERAGED

The Favre-averaged turbulent transport equations are derived from the laminar equations of Section 2.2
by passing the equations through either the RANS temporal filter of Equation 2.66 or the LES spatial
filter of Equation 2.70. The mathematical form of the equations are essentially identical between the
two filtering methods, so only a single set of equations will be presented. Care should be taken to
interpret the filters as either temporal or spatial, depending on the closure models selected. While it is
the Favre-averaged form of the equations that are solved, a comparison of the simple Reynolds-averaged
and the Favre-averaged form is given in Appendix B for reference.

The approach most commonly used in turbulence modeling is called the Boussinesq eddy viscosity
approximation, which relates the turbulent stress tensor to the filtered strain rate tensor through a
modeled turbulent eddy viscosity. This general modeling approach has shown remarkable success for a
broad range of problems (Wilcox [14]), and is the approach used in SIERR A/Fuego. A similar
approach is used for scalar transport, where the scalar flux vector is related to scalar gradients through a
modeled diffusion coefficient.

The following subsections describe the turbulent transport equations expressed in terms of a turbulent
eddy viscosity or turbulent diffusion coeflicient through the Boussinesq approximation. The treatment
of these coeflicients is dependent upon which of the many closure models are selected, and will be
described in Section 2.6.

2.5.1. Conservation of Mass

The integral form of the Favre-filtered continuity equation used for turbulent transport is
95
/ 8—’t)dv + / piin;dS = 0. (5.5

This equation is in closed form, and no additional modeling is required.
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2.5.2. Conservation of Momentum

The integral form of the Favre-filtered momentum equations used for turbulent transport are

ag:idVJr/paiaj”jder/p”idS: /TiJ”JdSﬂL/TuiujndeﬂL/(p—po)gz-dV, (2.76)

where the turbulent stress 7, is defined as

—

Tuiuj = —ﬁ(ulu] — ulu]) (277)

2.5.2.1. RANS Modeling

For RANS simulations, 7,,,,; represents the Reynolds stress tensor and can be reduced to the form

Tugus = — pu” "’ by substitution of the Favre decomposition u; = 1; + w; of each variable and
simplifying. The deviatoric (trace-free) part of the stress tensor is defined as

1
D _
Tuin - Tuiuj - gTukukdl]
2 .
Tuiu,j + —pkéij (278)

where the turbulent kinetic energy is defined as k=1 u'kfu',; The deviatoric part of the Reynolds stress

tensor is modeled by the Boussinesq approximation Whlch relates the Reynolds stresses to the filtered
strain rate tensor through a modeled turbulent viscosity /i, resulting in

ot o0t 2 0u
D _ i i) _ 2, 2k
i K ((‘3%- + 3:@) 3 9,
. 1=
— 2/Lt (SZJ — gSkk5U> 3 (2-79)

where the filtered strain rate tensor is defined by

~ 1 /0ou; Ou;
Sy = = : 7). 8
J 2 <8$J * 811) (Z O)
Substituting this into Equation 2.78 yields the modeled form of the full Reynolds stress tensor
(Kuo [13], p. 445)

N 2
Tuu; = 24t (Sz'j — gskkfsz‘]) — gﬁkéij' (2.81)

The Favre-filtered momentum equations then become

/ag?idVJF/pa a]n]dSJr/ (p+§pl§) nidS =

_ 1 -
/ 2(p + pur) (Sij - §Skk5ij> n;dS + / (P — po) gidV, (2.82)

where RANS closure models for the turbulent viscosity yi; are presented in Section 2.6.
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2.5.2.2. LES Modeling

For LES, 7,,,; in Equation 2.76 represents the subgrid stress tensor. The deviatoric part of the subgrid
stress tensor is defined as

1
D _
wiu; Tuju; — gTukuk(sU
2_,
Tuju; + 3P4 dij, (2.83)

where the subgrid turbulent kinetic energy is defined as @ = %(U/Mk — gy ). The deviatoric part of
the subgrid stress tensor is then modeled similar to RANS closures as (Moin, et al. [15])

i 1 =
T£uj = 2,ut <SLJ — gskkém> 3 (2..84)
Substituting this into Equation 2..83 yields the modeled form of the full subgrid stress tensor
~ 1~ 2 _,
Tusu; = 2t | Sij — gSkkéij — 3P Oij- (2.85)

For low Mach-number flows, a vast majority of the turbulent kinetic energy is contained at resolved
scales (Erlebacher, et al. [16]). For this reason, the subgrid turbulent kinetic energy ¢* will not be
directly treated and will instead be included in the pressure as an additional normal stress. The
Favre-filtered momentum equations then become

5il; o 9

I I
/Q(M + i) (Sij — gskk@j) n;dsS + / (P — po) g:dV, (2.86)

where LES closure models for the subgrid turbulent eddy viscosity 1, are presented in Section 2..6.

2.5.3. Conservation of Energy

The integral form of the Favre-filtered energy equation used for turbulent transport is

agthWL/ﬁmj”de = _/(jjnjds_/Thujn]dS /ng av

(9P 8P - Oy

The simple Fickian diffusion velocity approximation, Equation 2.46, is assumed, so that the mean
diffusive heat flux vector g; is

K
Y
- ﬂc S st (2.88)




If Sc = DPr, i e., unity Lewis number (Le = 1), then the diffusive heat flux vector simplifies to

g, — — 4 Oh
G =1 ax . The viscous dissipation term is closed by

% s ( + ) aﬂi+8ﬂj 2 k+ auk O %
Tige, T \M T\ o, T 0w ) 3\ Mo, ) %) Ba;

" . 1. = ot
= [QMSU + 2 (Sij — §Skk5z‘j> — gpk%} a—m] (2.89)
The turbulent diffusive flux vector 7, in Equation 2.87 is defined as
Thuy = P <% — ;Lilj> . (2.90)

For RANS simulations, 75, represents the turbulent energy diffusive flux vector and is simplified to
the form 73,,,;, = ph” u ! by substitution of the Favre decomposition of each variable. It is then modeled
by

Mt oh

P, 8:1:]

where Pr, is the turbulent Prandtl number and i, is the modeled turbulent eddy viscosity from

momentum closure. For LES, 74,,; represents the subgrid turbulent energy diftusive flux vector, and is
modeled in the same way as

Thu; = Ph//u = (2"91)

Thu; = ﬂ% (2"92‘)
4 Prt 8%

where Pr; is the subgrid turbulent Prandtl number and i is the modeled subgrid turbulent eddy
viscosity from momentum closure.

The resulting filtered and modeled turbulent energy equation for both RANS and LES is given in
Libby and Williams [12], p. 25, as

dph B [ 9q;
T dV—l—/phu]anS = /(Pr Prt> 8%Jnde / -dV (2.93)

oPrP oP 8u3
o /<§+uja—xj)dv+/ma av.

This equation is also given in Gran et al. [17] (without the transient and radiation source terms and the
additional term for laminar transport). The turbulent Prandtl number must have the same value as the
turbulent Schmidt number for species transport to maintain unity Lewis number.

2.5.4. Conservation of Species

The integral form of the Favre-filtered species equation used for turbulent transport is

Y, ~ - _
/ag de+/ka&jn]dS: —/Tykujnjds—/kaﬁLkn]dSnL/wde, (2.94)
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where the form of diffusion velocities (see Equation 2.46) assumes the Fickian approximation with a
constant value of diffusion velocity for consistency with the turbulent form of the energy equation,
Equation 2.87.

The turbulent diffusive flux vector 7y, is defined as

Tw, = (f,;aj = mj) . (2.95)

For RANS simulations, Ty, represents the turbulent species diffusive flux vector and is simplified to

the form 7y, = pY}’ u;-’ by substitution of the Favre decomposition of each variable. It is then
modeled as

b O

w = Vil = "t 7
Vi 4 PLE: SCt 8@

where Sc; is the turbulent Schmidt number for all species and i, is the modeled turbulent eddy

viscosity from momentum closure. For LES, Ty,u; represents the subgrid turbulent species diffusive flux

vector, and is modeled identically as

(2.96)

Ty = — o o (2.97)
Yk TG0, Oy '

where Sc; is the subgrid turbulent Schmidt number for all species and 14, is the subgrid modeled
turbulent eddy viscosity from momentum closure.

The Favre-filtered and modeled turbulent species transport equation for both RANS and LES then
becomes (Gran et al. [17])

8ﬁ}~/k @ 1 1 817/.3 —
o dV—!—/kaande:/<§+S—(; 8—%n3d5+/wkdv (2.98)

If transporting both energy and species equations, the laminar Prandtl number must be equal to the
laminar Schmidt number and the turbulent Prandtl number must be equal to the turbulent Schmidt
number to maintain unity Lewis number. Although there is a species conservation equation for each
species in a mixture of K species, only K — 1 species equations need to be solved since the mass
fractions sum to unity and

Ve=1-— ZY/J (2.99)

2.5.5. Radiation Transport

The Favre-averaged energy equation, Equation 2.94, requires the time-averaged radiative flux
divergence. From Equation 2.61, the time-averaged radiative flux divergence is given by

dq7
856,’

=dop,T* — u,G. (2.100)
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For optically thin turbulent eddies, which is the case for many combustion applications, fluctuations in
the absorption coefficient and the scalar flux are weakly correlated [8] so Equation 2.100 may be

simplified to

g7

= 4opu.T% — [i,G. (2.101)
8@

The time averaged scalar flux is obtained from the time averaged Boltzmann radiative transport
equation

0 _ o T
8—@I(S> + fiod (s) = —

S; (2.102)

where the correlation between the turbulent fluctuations in the absorption coefficient and the intensity
is assumed small to simplify the absorption term.

Both Equation 2.101 and Equation 2.102 include the time averaged emission term, oT*, which may
significantly increase the radiative emission from a turbulent flame above what would be estimated
from the mean temperature and absorption coefficient values. The details of the closure used for this
term are discussed in the turbulent combustion model section.

2.6. TURBULENCE CLOSURE MODELS

The Favre-filtered turbulent flow equations of the previous section have been modeled in terms of 4,
the turbulent eddy viscosity for RANS simulations and the subgrid turbulent eddy viscosity for LES.
Evaluation of this eddy viscosity is dependent upon the closure model selected. All models supported
by SIERR A/Fuego are described below.

2.6.1. Standard k-¢ RANS Model

The standard k-€ closure model is a two-equation type of model, where transport equations for the
turbulent kinetic energy and the turbulent dissipation rate are solved to obtain length-scale and
time-scale estimates for the local turbulence field, to be used for modeling the turbulent eddy viscosity
ft¢. The turbulent kinetic energy, £, and the dissipation rate of turbulent kinetic energy, €, are given by
(Granetal. [17])

ok k
9Pk 4 / phiin;dS = ﬂg—njds+ / (P — pe)dV (2.103)
ot O 0%
Ope s i O€ € _
ﬁd‘/ + [ petin;dS = U—Ea—mjnde - p (Caq Py — Ceape)dV, (2.104)
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respectively, where the turbulence production rate, P, is defined as

o0 aui

P, = —puju] Bz, (2.105)

and is modeled using the same Boussinesq approximation as in Equation 2..81,

Pe = (aui +auj> Ot —E<ﬁk+ut%) Ot

Or; Ox;) O0x; 3 o0xr ) Oxm
. 1= 2 - ou;
= {2% (Sij - gskkéij> - gﬁkéij} % (2.106)
7

The turbulent eddy viscosity is then given by the Prandtl-Kolmogorov relationship,

pe = Cupkr. (2.107)
where 7 = mm(%, dts). The filter time, dt s is provided by the temporally filtered Navier Stokes model
(Tieszen et al. [18]). The parameters C¢i, Ce2, 0%, and o are adjustable constants.

Frequently, although not formally justified in high Reynolds flows, the diffusion coefhicient for the
turbulent kinetic energy and turbulence dissipation, Equations 2.103 and 2.104, may include the
molecular viscosity. This option is supported within Fuego by entering the following command line in
the Fuego region block, include molecular viscosity in k-e diffusion term.

2.6.2. Low Reynolds Number k-c RANS Model

In the case of the low Reynolds number turbulent flows, the standard k-¢ transport equations can be
modified to contain additional damping functions to improve their accuracy. The low Reynolds
number model of Launder and Sharma [19] are used here, which modify the turbulent kinetic energy
equation, Equation 2.103, to includes an additional right-hand-side source term

ok \*
St = 24 (—> (2.108)
K 8xj

and the dissipation rate equation to include the non-isotropic dissipation source term

0% \°
Ir _ -9 T 2 ) :
S, 2% <8xk8xj) (2.109)

The constants in the dissipation rate equation are modified by damping coefhicients, C¢, = f1C, and
Ce, = C¢, f2, where fi isunityand fo =1 — 0.3¢ %%,

The eddy viscosity is then given by
pe = Cupfukr. (2.110)

Wall functions for momentum and turbulence quantities are not used with this model.
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2.6.3. RNG k-c RANS Model

The RNG k-e model was derived using a rigorous statistical decomposition of the velocity field called
renormalization group (RNG) theory. This model has several significant benefits over the standard k-€
model, including improved accuracy for rapidly strained flows, swirling flows, and low Reynolds
number flows, without additional modifications. Additionally, values for the model constants are
derived analytically rather than being evaluated empirically. Papageorgakis and Assanis [20] describe the
version of the RNG k-e model as implemented here.

The same turbulent kinetic energy equation as in the standard k-e model, Equation 2.103, is used for the
RNG k-¢ equation. The turbulent kinetic energy dissipation rate equation is the same as
Equation 2.104, with the addition of a single source term on the right-hand-side of the equation,

grva _ _ Gun’(1—n/mo) €
‘ 1+pn3 k'

(2.1m1)
where C),, 3, and 1), are model constants, and
- ik
n = (25,;5)? o (2.112)

As with the standard k-e model, the turbulent eddy viscosity is then given by the Prandtl-Kolmogorov
relationship,
pe = CypkT. (2.113)

2.6.4. v>f RANS Model

Durbin [21] introduced a method for handling the wall region without using either wall functions or
damping functions. In his method a fine grid is required near the wall (e.g., the first grid point is
typically within one dimensionless unit of distance from the wall where the coordinate normal to the
wall is nondimensionalized with the inner scale for a turbulent boundary layer, y* = yu, /v < 1 at the
first grid point, where . is the friction velocity, /7,,/p). The model employs two transport equations
in addition to slightly modified & and € equations to account for the nonhomogeneous region near the
wall. The eddy viscosity is formulated using the component of turbulent kinetic energy normal to the
wall for velocity scaling (instead of using Vk as in the standard k-e model).

The turbulent kinetic energy, k, is given by Equation 2.103 while the dissipation rate of turbulent kinetic
energy, €, is given by

Jpe . [y O€ 1, ., _
—dV + /peujnde = / g—:a—%‘n]ds + / 'T (Cdpk — C’egpﬁ) dVv. (2.114)

ot
The time scale, 7', is the usual time scale /€, away from the wall region; however, near the wall, if k /¢
becomes smaller than the Kolmogorov time scale 1/1/¢, then the latter is used for T". This is formally
stated by

T = min

e o k ( )
, — - 2.11I§
' 2\/51)26’“* /&2
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T, = max {E, 6\/2} , (2.116)
€ €

where 5 5 5 5
~ ~ 1 U U U U ;
2 _ LG = L J 4 J
5= Sdi = (8% 3:1,‘2) <axj 8@-) (.117)
and the modified constant, C” ,» is given by
C., =Cq (1 +0.045¢/ k /F) : (2.118)
The model includes a transport equation for 02,
o Opijv? 0 ov? pNv?
= ok [ — ) )
ot ow, "o WM g | TOM - (2.119)

An elliptic relaxation model equation is formulated to solve for the variable f in the above equation.
The purpose of the elliptic relaxation model is to account for nonlocal effects such as wall blocking; the
equation is given by

e of (2/3—?//6) 52 W/k‘
P—|=—)=C~——2+C2yy—+(N-1 . .
f-Dg (a%) A G+ (- o (220)
Finally, the turbulent eddy viscosity is given by
[y = CMﬁET. (2.121)

2.6.5. £ —w RANS Model

The k — w turbulence model and its variants are similar in structure to the K — € models. However,
instead of computing the turbulent dissipation rate directly, the £ — w model models the transport the
reciprocal of a turbulent timescale referred to as the turbulent frequency. This quantity, w, can be
related to the turbulent dissipation by

€ = % kw. (2.122)

The the transport equations are given by the 2006 model, (Wilcox [22]),

k ok . Ok
agt dv + / phiin;dS = / u+o—,f’ ) g n;dV + / (P2 — B*pkw)dV,  (2123)
Opw pk . Ow o pog Ok Ow
5 dV+/pwu]nde /,u—l— T )axjn]dV—i-/( k’Pk Bpw” + 2 Dy dv.
2.124)
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The user is to note the above standard for writing the effective diffusive flux coefficient. The model also
has a number of adjustable parameters: 3y = 0.0708, 3* = 0.09,y = %, Clim = %, o, = 0.6, and
0, = 0.5. The constant /3 is given by,

B=Dbofs (2.125)
where L +85
Xw
= A 126
T8 = T3 100y, (2.126)
The value of y,, is as follows:
5k Ski
Xo = |———— 2.127
e (2127)

The production term is the same as in k — €. Typically limiters are used to prevent it from exceeding the
dissipation rate by too large an amount. Although the 2006 description does not speak of production
limiters, other sources that use the 2006 model do, i.e.

Py = max (P, 10pkw) . (2.128)

The value of 10 is expected to be a user specified quantity (see input file manual for more details). In
general, this term is defaulted to a very high number.

The eddy viscosity is
k
pr = p=. (2.129)
w

where @ is,

). (2.130)

2.6.6. Shear Stress Transport (SST)

It has been observed that standard 1998 k& — w models display a strong sensitivity to the free stream
value of w. To remedy, this, an alternative set of transport equations have been used that are based on
smoothly blending the & — w model near a wall with & — € away from the wall (see Mentor [23]).
Because of the relationship between w and ¢, the transport equations for turbulent kinetic energy and
dissipation can be transformed into equations involving £ and w. Aside from constants, the transport
equation for k is unchanged. However, an additional cross-diffusion term is present in the w equation.
Blending is introduced by using smoothing which is a function of the distance from the wall, F'(y). The
transport equations for the Mentor 2003 model ( [23]) are provided by the following:

opk Ok
/Ldv—l-/ﬁ/{iﬂjnde:/(,U—i—ﬁkut)—nj—i—/(P,f—ﬁ*ﬁkw)dv, (2.131)
ot 8%’
dpw o B L Ow pow2 Ok Ow Y pw _ pag2
roave [ potsngas = [+ o) gongt [20- 0222 2 v [ (Lrg - gt ) av.
(2.132)
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The model coefficients, 6y, 7,,, 7 and B must also be blended, which is represented by

¢ =Foy+ (1 — F)go. (2.133)

where Okl = 085, Ok = 10, Ouyl = 05, 0,2 = 0856, Y1 = g, Yo = 044, 51 = (0.075 and
B2 = 0.0828.

The blending function is given by

F = tanh(arg}), (2.134)
where
. VE 500p\  4po.sk (s.155)
arg; = min | max ) 2.1
a Brwy’ py*w ) " CDyyy? »
The final parameter is
1 0k O
CDyy, = max (Zpawz———w, 10_10) : (2.136)
w Oz; 0x;

In the 2003 SST model description, the production term is expected to be limited:
Py = max (P, 10pkw) . (2.137)

The value of 10 is expected to be a user specified quantity (see input file manual for more details). In
general, this term is defaulted to a very high number.

An important component of the SST model is the different expression used for the eddy viscosity,

pk
iy = aup 7 (2.138)
max (ayw, SFy)
where F5 is another blending function given by
F, = tanh(arg3). (2.139)
The final parameter is
B 2vk 500u
args = max m, ) (2.140)

2.6.7. Standard Smagorinsky LES Model

The standard Smagorinsky LES closure model approximates the subgrid turbulent eddy viscosity using
a mixing length-type model, where the LES grid filter size A provides a natural length scale. The subgrid
eddy viscosity is modeled simply as (Smagorinsky [24])

e = p (CSA)Q |§|7 (2-141)

where the strain rate tensor magnitude is defined as | S| = (25;;5;;) 2. The constant coefficient ('
typically varies between 0.1 and 0.24 and should be carefully tuned to match the problem being solved
(Rogallo and Moin [25]). It is assigned a value of 0.17 here.
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Although this model is desirable due to its simplicity and efhiciency, care should be taken in its
application. It is known to predict subgrid turbulent eddy viscosity proportional to the shear rate in the
flow, independent of the local turbulence intensity. Non-zero subgrid turbulent eddy viscosity is even
predicted in completely laminar regions of the flow, sometimes even preventing a natural transition to
turbulence. Therefore, this model should only be used when this behavior will not adversely affect
results.

2.6.8. Dynamic Smagorinsky LES Model

As mentioned in the previous section, the standard Smagorinsky model requires careful tuning of the
constant model coefficient for the particular problem being simulated, and it is often overly-dissipative
due to its inability to adapt to the local turbulent environment. Germano et al. [26] developed an
improvement over the standard Smagorinsky model, where the coefficient C is dynamically calculated
based on the local turbulence field. A generalization of this method for variable-density flow is used here
(Moin et al. [15]).

Similar to the standard Smagorinsky LES closure model, the subgrid eddy viscosity is modeled by the
mixing length approximation

= CrpA?|3], (2142)

. . . = 2 L . .
where the strain rate tensor magnitude is defined as |S| = (2.5;;.5;;) 2. The coefficient C, is
dynamically evaluated by taking advantage of scale similarity in the inertial range of the turbulence
spectrum, near the minimum resolved scales. This is done by introducing a “test filter” which is

identical to the grid filter defined in Equation 2.70 except for having a larger filter size denoted by A.
The test filter of variable ¢ is denoted by gz;

The previously-defined subgrid stress tensor can be rewritten as

Tugug = '—(ﬁﬁl\{[] - ﬁﬁzﬂ])
DU 7
= - (puiuj - Fo J) (2.143)

and an analogous larger-scale “subtest” stress T, can be analogously defined as

—— PP
Tuiuj' = - <puzu] - 7 ]>7 (2-144)

where the () notation denotes resolved quantities that have been passed through the test filter. These
two stresses can be related to each other through the algebraic identity of Germano [27],

—

Luin = Tuiuj - Tuiuj (2"145)
= - (W - ”“2”“]’) . (2.146)
p

Note that the right-hand side of Equation 2.146 is completely computable in terms of resolved
quantities.
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By modeling the two stresses in Equation 2.145 and equating them to Equation 2.146, the model
coefhcient C'r can be dynamically evaluated. The subtest stress is modeled analogously to the subgrid

stress, as
T
Tuw; A 20RpA7[S|| Sy — gskk(sij (2.147)
A A &
Tyw; = QORﬁAQ S| (Sij - g&:k@j) 3 (2.148)

where C'r is assumed to be the same at both scales. The test-filtered strain rate tensor is defined similar
to |S] as

s, e

18] = (25%5) " (2.149)

Notice that when the modeled forms of 7,,,,; and T,.,; are substituted into Equation 2.145, C'r appears
inside a test filtering operation. Formally solving this system of equations for C'r requires the expensive
proposition of solving an additional set of coupled integro-differential equations (Ghosal et al. [28]).
Alternatively, it is common practice to remove C'r from the test filter with the assumption that it is
varying slowly over distances on the order of the test filter size. This greatly simplifies calculations,
although it yields a system of overdetermined equations for this single constant. The square of the error
involved in this approximation is Q = (L;; — CrM;;)?, where

Lu,-uj = - m - pulfuj (Z'ISO)
| p
A
aro & (F 1= A2 o 1~

Minimizing this error in a least-squares fashion yields an expression for the modeled Smagorinsky
coefficient (Lilly [29]),
Luiuj Muin

Cr=
?
My, Mo,

(2.152)
that can be used directly in Equation 2.142 for the subgrid turbulent eddy viscosity.

Due to the above simplifications, the model constant C'r can sometimes fluctuate wildly to both large
positive and negative values. These fluctuations can possibly lead to numerical instability, so they must
be controlled. A common solution, and one that is taken here, is to pass the numerator and
denominator of Equation 2.152 through the test filter, yielding

—_—
o Lui’le Mulu]

Cr = : (2.153)
Muiuj Muiu]-

This can be crudely justified by recognizing that C'r was already assumed to vary slowly over distances
equal to the test filter size, so that this filtering operation is simply enforcing that assumption.

This form of the dynamic Smagorinsky closure model allows energy backscatter, which is an
intermittent transfer of turbulent kinetic energy from small scales to larger scales rather than the typical
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cascade from large to small scales. While backscatter can occur in real turbulent flows, the predicted
negative eddy viscosities of the dynamic Smagorinsky model are more often attributable to model errors
than to a real physical backscatter process. This can easily destabilize a simulation, so negative eddy
viscosity is disallowed in the present formulation.

The only free parameter in the dynamic Smagorinsky closure model is the ratio between the test and
grid filter sizes, o = A /A. Solutions are fairly insensitive to the choice of , although values of around
a = 2 are usually considered optimal (Germano et al. [26]). This ratio is dictated by the box filter
formulation used in Fuego and the mesh topology selected by the user. The test filter volume for a
particular CVFEM node is defined as the volume of all surrounding finite elements that contain that
node. (See Chapter s for more information about the CVFEM formulation.) On uniform hexahedral
and uniform quadrilateral meshes, the test filter ratio will have a value of 2.0. The ratio will be around
1.59 for uniform tetrahedral meshes and around 1.73 for uniform triangular meshes, which are still
reasonable values.

2.6.9. Subgrid-Scale Kinetic Energy One-Equation LES Model

The subgrid scale kinetic energy one-equation turbulence model, or K'sgs model, represents a simple
LES closure model. The transport equation for subgrid turbulent kinetic energy is given by

aﬁk’SgS —7 808 ~ ,U/t aksgs Sgs sSgs
= dV—i—/pkg d;n;dS = /U_k o, nde—l—/(Pkg — D) adv. (2.154)

The production of subgrid turbulent kinetic energy, P;*°, is modeled by Equation 2.106 while the
dissipation of turbulent kinetic energy, D;**, is given by

3
S8s 3

I = CEpT, (2.155)
where the grid filter length, A, is given in terms of the grid cell volume by
A=Vs, (2.156)
The subgrid turbulent eddy viscosity is then provided by
e = C A3, (2.157)
where the values of C\. and C',, are 0.845 and 0.0856, respectively.
Beta Capability:

@ 2.6.10. Dynamic Subgrid-Scale Kinetic Energy
One-Equation LES Model
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Similar to the dynamic Smagorinsky model in Section 2.6.8, a dynamic version is developed for the
subgrid kinetic energy model. The standard version with fixed coefhicients over-predicts turbulent
viscosity while the dynamic version is known to offer a better predictability. In Fuego, C. and C,,, are
calculated dynamically which is considered to be a standard approach for the dynamic K sgs model
[30]. The concept of “test filter” is identical to that of the dynamic Smagorinsky model in Section 2.6.8.
Subgrid-scale kinetic energy for grid-filter and test-filter levels are

|

k= 5 (wrur, — Uxy) , (2.158)
i 1 /— s o2
kst = 3 <ukuk — U ) ) (2.159)

Exact form of the dissipation D;*" in Equation 2.154 is
D= =24 [% = SZ’ZD}J (2.160)
where Sj; = Si; — %Skk&-j, Dj; = Dy; — éDkkélj, and D;; = Ou;/0x ;. Meanwhile, k" dissipates

by both molecular and turbulent viscosities of the grid-filtered level since the quantity is fully resolved
in the test-filter level [30].

=T B el
Dt = 2 + py) [S;;ij — S;;D;kj] (2.161)
Using scale similarity, Equation 2.155 applies to the test-filter level as
cost . ktest%
D= = Cep A (2.162)
and therefore, C. is calculated by
BT R
2(f1 + puy) {SZD;} - S:jD?j:|
G = P 3 /A (2.163)
The other coefficient, C),,, is computed similarly to the Equation 2.152 as
Luiuj Muiuj'
Cﬂe - Mulu] Muzu] ’ (2‘164)
where Ly, is defined identically to Equation 2.150 and M., is simplified by
AR 7 tests f;
My, = 2pAK™2 S (2.165)

Note that dynamic subgrid kinetic energy model does not require an additional filtering as in Equation
2.153.

2.6.11. Buoyancy Models for the Production Rate

There are three supported models that augment the production of turbulent kinetic energy via
buoyancy contributions, buoyant vorticity generation [31], Rodi’s [32], and de Ris’ [33] buoyancy
term.
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The buoyant vorticity generation model has been developed and validated by Sandia National
Laboratories group 9132 for use in large scale buoyant plumes. The model attempts to augment the
production of turbulent kinetic energy by adding a source term, G’ to both the turbulent kinetic
energy and dissipation rate equation that is related to the baroclinic torque,

Ciog (1t + 1)l 52 X 2|
GB = i p2 o Oz . (2166)

Please refer to Appendix 10 for a more detailed derivation of the model.

The buoyancy model of Rodi is given by

pe OT
=f5—a—0; 16
Go = Bheg0 (2:167)
De Ris’ buoyancy model offers two versions - flaming and non-flaming.
Coeris(pos — pg) G flaming (2.168)
CoaerisAK>*([Vp x G| — Vp - ) non-flaming (2.169)

Default value of the user-defined coefficient Cieys is 0.01. Note that ambient and flame density, rather
than local density, matters on the flaming version.

In each model, derivatives are evaluated at the subcontrol volume center while the property values are

lumped.

The right hand side of the turbulent kinetic energy equation for all model is rhs+ = f G pdV . For the
dissipation rate equation, the source term is rhs+ = [ Ce %G pdV for the buoyant vorticity
generation model while itis rhs+ = f 021064%67 sdV otherwise. Recall that the inverse time scale is
determined by the turbulence model of choice, i.c., % for the standard £ — € model and provided in
Equation 2.115 for the v2-f model.

Note that the use of the buoyancy models hass not been evaluated with the v*- f model.

2.6.12. Turbulence closure model constants

For each of the afore-mentioned turbulence closure models, there are several constant coefficients which
may be modified by the user in the input deck. Tables 2.6-1, 2.6-2, 2.6-3, and 2.6-4 list these parameters,
their mapping to input deck names, and default values. Each of these default values may be modified by
the user by specifying the respective Turbulence Model Parameter linein the Global

Constants block under the Sierra domain.
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Table 2.6-1.. Constant parameters for © — ¢ turbulence models.
Turbulence Model Symbol  User Input Name Default Value

Cy Cmu 0.09
Cea Ceps_1 1.44
Standard k — ¢ Ceo Ceps_2 1.92
Gy Cchi 2.0
O Sigma_K 1.0
O Sigma_E 1.3
Cy Cmu 0.09
Ca Ceps_1 1.44
Low Reynolds k£ — € Cer C'eps_2 e
O Sigma_K 1.0
Oc Sigma_E L3
A, Amu 3.4
Cy Cmu 0.0837
Cq Ceps_1 L.42
RNGE — ¢ Ceo Ceps_2 1.68
Ok Sigma_K 0.7194
O, Sigma_E 0.7194
Cu Cmu 0.22
Ca Ceps_1 L4
Ce Ceps_2 L9
Ok Sigma_K 1.0
O Sigma_E 1.0
vV2—f 4 CF_1 0.4
C, CF_2 0.3
o Alpha 0.6
Cr Nseg 6.0
CL CL 0.23
Cy Ceta 70.0

2.7. WALL BOUNDARY CONDITIONS FOR
TURBULENCE MODELS

2.7.1. Resolution of Boundary Layer; Momentum

The wall velocity boundary condition is the typical no-slip boundary; a specified value is expected.
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Table 2.6-2.. Constant parameters for £ — w turbulence models.

Turbulence Model  Symbol  User Input Name  Default Value
Bo Beta_Zero 0.0708
g* Beta_Star 0.09
b w o S%gma_K 3/5
Ouw Sigma_W 0.5
v Gamma 13/25
Olim Clim 7/8
Ay A_One 0.31
ot Beta_One 0.075
Bo Beta_Two 0.0828
B* Beta_Star 0.09
SST " Gamma_One 5/9
Yo Gamma_Two 0.44
Okl Sigma_K_0One 0.85
Ok Sigma_K_Two 1.0
Ol Sigma_W_0One 0.5
Ouwo Sigma_W_Two 0.856

Table 2.6-3.. Constant parameters for LES turbulence models.

Turbulence Model Symbol User Input Name Default Value

Cs Cv 0.5
One-equation Ce Ceps 0.845

Ch. Cmueps 0.0856
Standard Smagorinsky Cy Cv 03

Cy Cs 0.17
Dynamic Smagorinsky (s Cs 0.17

2.7.2.

Resolution of Boundary Layer; Turbulence Quantities

The resolution of the boundary layer is expected when the low Reynolds number or v*- f model is in

use.

For the v2- f model, the wall turbulent kinetic energy and normal fluctuating stress component are each

zero while the dissipation rate is given by

€p = 2

ak1/22
1% 8gjj .

(2.170)

For the low Reynolds number, the wall turbulent kinetic energy is again zero while the dissipation rate,
here considered to be the isotropic dissipation rate, is given as zero.
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Table 2.6-4.. Constant parameters for miscellaneous turbulence
models. Default values may be changed using the & — ¢ model
parameters input.

Model Symbol  User Input Name Default Value
. . Csva Cbvg 0.35
Buoyant vorticity generation Cy Cops, 8 I
Rodi’s source term Cu C_eps4 0.0
Clam Cgammalam 2.0
EDC laminar limit Cor oo Ctaulam 0.02
Clam trans Clamtrans 40.0

2.7.3. Resolution of Boundary Layer; Enthalpy

The wall value of enthalpy is computed based on the specified temperature and either reference or local
mass fractions. In the case of a heat flux boundary condition, the wall node value is computed based on
the control volume balance.

2.7.4. Wall Functions for Turbulent Flow Boundary Conditions

Resolution of the near-wall turbulent boundary layer can require extensive mesh points. Adjacent to
the wall exists an extremely thin viscous sublayer where these forces dominate and are relatively
insensitive to free stream parameters. Following the viscous sublayer is a buffer layer, the so-called
“log-layer" and, ultimately, the turbulent core. The Van Driest hypothesis of turbulent flow near solid
boundaries can be used to derive the appropriate form of this log-law zone. In general, the use of wall
functions eliminates the need to resolve the near wall layers by prescribing the wall shear stress and
resulting force based on the law of the wall (Launder and Spalding [34]).

The primary assumptions of the law of the wall are
e local equilibrium of turbulent kinetic energy production and dissipation,
e constant shear stress within the log-law region,

e Couette flow (pure shear flow).

2.7.5. Wall Functions; Momentum

The wall shear stress enters the discretization of the momentum equations by the term

/T,-jnde = —Fwi' (2..171)
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Wall functions are used to prescribe the value of the wall shear stress rather than resolving the boundary
layer within the near-wall domain. The fundamental momentum law of the wall formulation, assuming
tully-developed turbulent flow near a no-slip wall, can be written as (Launder and Spalding [34])

u 1

=3 - Ly tmr), (2172)
Ur K

U+

where u™ is defined by the the near-wall parallel velocity, ), normalized by the wall friction velocity, u.
The wall friction velocity is related to the turbulent kinetic energy by

Yo = Cﬁ“kl/?. (2.173)

by assuming that the production and dissipation of turbulence is in local equilibrium. Moreover, y* is
defined as the normalized perpendicular distance from the point in question to the wall,

Y, [ Tw 1/2 Y, u,
yt = Plp (_) _ Prp o)
o\ p u
The classical law of the wall is as follows:
1
ut = =In(y") +C (2.175)
K

where x is the von Karman constant and C' is the dimensionless integration constant that varies based
on authorship and surface roughness. The above expression can be re-written as

BT = %ln(gﬁ) + %ln(exp(mC)) (2.176)
ut = % (ln(y+) + 1n(exp(/<eC’))) (2.177)
:%mwy) (2178)

where F is referred to in the text as the dimensionless wall roughness parameter and is described by
E = exp(kC) (2.179)

In Fuego, ~ is set to the value of 0.42 while the value of E is set to 9.8 for smooth walls'. The viscous
sublayer is assumed to extend to a value of y* = 11.63.

The wall shear stress, 7,,, can be expressed as

2 Ul pr
Tw = PU; = pUTu—+ = mﬂ” = )\wU”, (2.180)

where \,, is simply the grouping of the factors from the law of the wall. For values of y* less than 11.63,

the wall shear stress is given by
uj
By = s (2.181)
Y,

"White [35] suggests values of & = 0.41 and I = 7.768.
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The force imparted by the wall, for the i;;, component of velocity, can be written as
Fong = —Hagastty] , (2.182)

where A, is the total area over which the shear stress acts.

The use of a general, non-orthogonal mesh adds a slight complexity to specifying the force imparted on
the fluid by the wall. As shown in Equation 2.182, the velocity component parallel to the wall must be
determined. Use of the unit normal vector, 1, provides an easy way to determine the parallel velocity
component by the following standard vector projection,

Hij = [6” = ninj] § (2.183)

Carrying out the projection of a general velocity, which is not necessarily parallel to the wall, yields the
velocity vector parallel to the wall,

n
g = Hijuy = (1 - 7112) - Z UNM;. (2.184)
J=Lj#j

Note that the component that acts on the particular i"* component of velocity,
— Ay (1 —ning) ug, (2.185)

provides a form that can be potentially treated implicitly; i.e., in a way to augment the diagonal
dominance of the central coefficient of the it" component of velocity. The use of residual form adds a
slight complexity to this implicit formulation only in that appropriate right-hand-side source terms

must be added.

2.7.6. Wall Functions; Turbulent Kinetic Energy

The near wall turbulent kinetic energy can be obtained by two different procedures. The most common
approach is to solve a transport equation for the near wall value of turbulent kinetic energy with a
modified production and dissipation term on the right hand side of the turbulent kinetic energy
equation, Equation 2.103. As will be shown below, the form of the near wall production and dissipation
term are determined based on equilibrium arguments, i.e., P, = pe.

Another common approach is to assign the value of turbulent kinetic energy that strictly results in the
equality P, = pe. In this formulation, it is assumed that the convection and diffusive flux is zero across
the control volume.

Both procedures, which formally do not address the role of buoyancy production, begin with the

determination of the near wall value of the production of turbulent kinetic energy. The turbulent

kinetic energy production term is consistent with the law of the wall formulation and can be expressed

as

8u||

T
dy
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The parallel velocity, 1|, can be related to the wall shear stress by

u+ uH ( 3 )
Tw— = h—. 2.1
sy, ’
Taking the derivative of both sides of Equation 2.187, and substituting this relationship into
Equation 2.186 yields,
g But
ooyt
Applying the derivative of the law of the wall formulation, Equation 2.172, provides the functional form

of du* /Oy,

P (2.188)

out o [1 1
7 = o [ (80)] = )

Kyt
Substituting Equation 2.189 within Equation 2.188 yields a commonly used form of the near wall
production term,

K

2

Ty = .

(2.190)

Assuming local equilibrium, P, = pe, and using Equation 2.190 and Equation 2.173 provides the form
of the near wall turbulence dissipation,

e ik
o=t G AT (2197)
p p

while the form of the wall shear stress is given by,
Ty = pC;/zk‘ (2.192)

Under the above assumptions, the near wall value for turbulent kinetic energy, in the absence of
convection, diffusion, or accumulation is given by,

2

Uz

k= o (2.193)
n

If the second method (Dirichlet condition on near wall turbulent kinetic energy) is to be used, the value
of the wall friction velocity, 1., can be obtained in an iterative manner (Sondak and Pletcher [36]) by
use of Equation 2.172. This method has been used and shown to be satisfactory (Elkaim [37]) and
strictly enforces the assumptions of the law of the wall that have already been outlined.

In the method that elects to solve a near wall turbulent kinetic energy transport equation, the

production and dissipation terms in the turbulent kinetic energy transport equation are [potentially]

given by Equation 2.190 and

Cﬁ/ 4 L3/2
kY,

p

—pe=—p (2.194)

Unfortunately, there does not seem to be one universal description of the near wall turbulent kinetic
energy production term and dissipation term, Equation 2.190 and 2.194, respectively. For example, in
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the law of the wall formulation, given by Launder and Spalding [38], the near wall production term is

given by,
u

Yp

In this formulation, the wall shear stress is given by the law of the wall formulation, Equation 2.180,

Prw = Tw (2.195)

providing the value of y™ is greater than 11.63 (otherwise, it is given by the laminar shear stress, Equation
2.181). The dissipation term, —pe is given by

03/4k3/2
— pe = —puﬂiy In Ey™. (2.196)
p

Note that in the absence of convection, diffusion or accumulation, the above two forms of the near wall
production and dissipation source terms revert to Equation 2.193. Therefore, if the modeled flow is
consistent with the law of the wall formulations, all methods should yield similar limiting behavior.
Under conditions of non equilibrium, i.e., a separated flow, or values of y* within the viscous sublayer,
some models may perform better. However, it is important to note that if the flow to be simulated
includes separation and reattachment, or the computation mesh is such that y is within the viscous
sublayer, the law of the wall formulation can provide non sensical results.

In Fuego, there are currently two general supported methods from which to choose when applying the
near wall turbulent kinetic energy boundary condition. The first method, which can be activated by the
command line omit near wall turbulent ke transport equation, isthe form of

Equation 2.193 that enforces a Dirichlet condition. The second method is to solve a full control volume
balance for the near wall turbulent kinetic, with convection and diffusion terms, with a modified
production and dissipation term given by either

e Equations 2.190 and 2.191.
e Equations 2.195 and 2.196

The use of Equations 2.190 and 2..191 can be activated by the command line (within the wall be block)
use equilibrium production model which is based on the ability to express the wall shear stress
consistent with the assumptions of full equilibrium between production and dissipation,

Equation 2.192. In all cases that do not set a Dirichlet condition for the turbulent kinetic energy, the
assembled buoyancy source terms are not removed.

2.7.7. k-w SST Wall Functions; Turbulent Kinetic Energy

When a Dirichlet condition is not set for turbulent kinetic energy, the approach in modifying the near
wall production and dissipation terms is followed.

In this approach, the equation for k is solved near the wall to remove the assumptions of log layer flow
one level. However, we invoke the log layer assumption to write,

2

B.= L .
A (2.197)
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Balancing production and dissipation in the & — w model allows us to write,

ui (61)3/4k3/2
kY,

<Y,
The dissipation rate is also modified accordingly such that the production equality with dissipation is
retained. An alternative method is to use the approximation of of Launder and Spaulding which
prescribes production as,

|

B = Tw?. (2.199)

p

In practice, this formulation seems to be less stable since the production and dissipation terms are now
in near-equilibrium.

2.7.8. Wall Functions; Turbulence Dissipation Transport

Consistently within the literature, the near wall turbulence dissipation is assigned the Dirichlet value
given by Equation 2.191. Frequently, this expression is lagged by one subiteration in an effort to
maintain consistency between the Dirichlet wall condition and the freezing of the €/k ratio of the
turbulence dissipation equation, Equation 2.104.

2.7.9. Wall Functions; Turbulent Frequency Transport
2.7.9.1. Low Reynolds Number Treatment

The low Reynolds approach for k — w uses a sequence of Dirichlet conditions similar to what is used
for k — e. However, unlike the latter, £ — w requires no extra damping terms near the wall. When the
wall is resolved, exact Dirichlet conditions are known for both the velocity and k:

u =0, k=0. (2.200)

A Dirichlet condition is also used on w. While the & — € model is rendered less stable because k appears
in this boundary condition, the w equation depends only on the near-wall grid spacing. The boundary
condition is

6v
w=—-—7, 2.201
By (2.201)
which is valid for y™ < 3. Above, § depends on the model type. If SST is in use, 5 = /51 while if the
Wilcox model is in use, 8 = fy.

2.7.9.2. High Reynolds Number Treatment

The high Reynolds approach is also quite similar to the & — € model except w is handled differently.
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2.7.9.3. Automatic Wall Functions

Because w has analytic solutions in both the log layer and viscous sub-layer, an automatic treatment is
developed that blends those two solutions to provide Dirichlet conditions for all . Let wy, be the high
Reynolds number formulation and w; be the low Reynolds version. Then the Dirichlet condition on w

is
o 2
w=wp/1+ (—h> . (2.202)

wi

However, u, for the high Reynolds w value is computed based on the parallel velocity: The velocity
equation is augmented by a traction force based on the friction velocity u,. This quantity may be solved
for iteratively using the law of the wall. A Dirichlet condition is also used for k, assuming it is in the log
region, which is similar to the k& — € model:

uQ

k=—2= (2.203)

7

In the case of w, an analytic expression is known in the log layer:

Uy

which is independent of k. Note that some implementations use a predefined constant instead of 1/,
although the standard values are consistent with these expressions. Because all these expressions require
y to be in the log layer, they should absolutely not be used unless it can be guaranteed that y* > 10,
and y™ > 25 is preferable.

Gy =

Y

Y

W = 4| 1 . (2.205)

The automatic wall function approach is obtained by removing the “omit near wall turbulent ke
equation” line command and activating either the SST or KW turbulence models.

2.7.10. Wall Functions; Enthalpy Transport

For non-adiabatic boundaries, heat loss to the wall must be considered. The use of the Reynolds analogy
provides a functional form of the energy transport similar to the that of the logarithmic law-of-the-wall

momentum formulation. The thermal boundary layer is modeled either as a linear profile (y* < 11.63)
where the thermal boundary layer is dominated by conduction or a logarithmic profile where the effects
of turbulence dominate over thermal conduction, Versteeg and Malalasekera [39].

The law-of-the-wall used in Fuego has the following form,

P (hw - hp) Ur

Gy = (2.206)

where
T =or [u+ + P] . (2.207)



The role of T is to account for the fact that the thickness of the thermal conduction layer is
[practically] of a different size than that of the viscous sublayer (momentum).

In the above equation, P is the universal “P function” (Jayatilleke [40]) and can be expressed as a
function of the molecular and turbulent Prandtl number,

o \ 07
P =924 [(—) -1
or

where o and o represent the turbulent and molecular Prandtl number, respectively.

(1 +0.28exp [—0.0071} > , (2.208)

ar

Therefore, it is seen that the so-called “P function” is the parameter that functionally changes the
thickness of the thermal conduction layer from that of the viscous sublayer. For example, if one were to
model a high-Prandtl number fluid such as common vegetable oil, one would note that the thickness of
the viscous sublayer is far greater than that of the thermal sublayer. However, for low-Prandtl number
fluids, the opposite is true. The subsequent value of 7" ensures this functionality.

In the case of a user defined heat flux at a wall boundary condition, the full quantity is assembled as a
right-hand-side source term. As a post processing step, Equation 2.206 (in temperature form) is
rearranged to provide the wall temperature. In practice, the heat flux boundary condition block is to be
defined on an already defined wall boundary condition block (without temperature specification). In
this manner, multiple boundary conditions are “painted” on a particular sideset.

2.7.11. Wall Functions; Scalar Transport

Wall functions for use in a convective diffusive problem, e.g., diffusional transport of fuel (through
multicomponent evaporation) from a jet fuel pool, are not currently supported.

2.8. INLET CONDITIONS FOR TURBULENCE
QUANTITIES

2.8.1. Turbulent Kinetic Energy

The inlet turbulent kinetic energy must be specified for any simulation that involves a velocity-specified
inlet. If actual values of the inlet turbulent kinetic energy are not available, then a suitable value based
on basic definitions is used. In general, the kinetic energy associated with the turbulent flow is defined
by,

I e e
ks = 5 <u’2 + v + w’2> : (2.209)

The turbulence intensity 75, is related to the kinetic energy by,

_Gr"”
Ty= T (2.210)
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Rearranging Equation 2.210 for the turbulent kinetic energy yields a working form for the specification
of inlet turbulent kinetic energy based on a reference velocity, U, ,

k= g (UresTin)” . (2.211)

The value of U, can typically be taken to be the magnitude of the velocity.

2.8.2. Turbulence Dissipation Rate

As with the turbulent kinetic energy inlet condition for specified velocity, the inlet value of the
turbulence dissipation rate must also be specified. If values are known, for instance based on
experimental data, then the available data should be used. Otherwise, the following assumed form of
the turbulence dissipation rate is used,

B
£ = CS/4T’ (2.212)

where | = 0.07L; L represents a characteristic length scale of an inlet eddy and k represents the inlet
turbulent kinetic energy as determined above.

2.9. EDC TURBULENT COMBUSTION MODEL

The combustion submodel is Magnussen’s Eddy Dissipation Concept (EDC) and development details
can be found in Magnussen, et al. [41], Magnussen [42], Byggstyel and Magnussen [43],
Magnussen [44], Lilleheie, et al. [45], and Gran and Magnussen [46].

2.9.1. Model Characteristics

The underlying assumption in the EDC model is that combustion in turbulent flows is controlled by
turbulent mixing. The combustion model is an algebraic zone-type model and is influenced by local cell
(control volume) values only. The model derivation assumes that the minimum cell dimension is large
relative to the thickness of a flame (reaction zone) structure. This thickness varies with strain-rate, but
the cell size should not be less than a few millimeters. The equations are not valid for laminar or
near-laminar flow, but are based on fully developed turbulence arguments. The turbulent combustion
model uses information from three sources: 1) thermochemistry, 2) species and state information from
the cell values, and 3) turbulence kinetic energy and dissipation. From these data, the model creates
source/sink terms for species equations and the energy equation (via radiative transport).

The model function is to provide an integral effect of combustion processes occurring within the
control volume for the duration of a time-step. In this manner, reaction zone structures are not
resolved, but the aggregate effect of turbulent combustion is modeled. To model the integral effect, two
homogeneous zones are defined within each control volume for which there is combustion, as shown in
Figure 2.9-1. The zones are termed the reaction zone (fine structures) and the surrounding zone. The
size and mass exchange rate between these zones are influenced by the local turbulence properties and
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are the principal means by which turbulent fluctuations are accounted for within the model. The
assumption that each zone is homogeneous is equivalent to assuming that the mixing within each zone
is instantaneous. Since combustion occurs within (but is not limited to) the reaction zone, the
assumptions for combustion correspond to those for a perfectly stirred reactor (PSR). Slower reactions
can also occur in the surroundings, in which case, the assumptions for reaction in the surroundings are
also consistent with PSR assumptions.

Surrounding Zone

Mass outfiow
has propetrtles

fflame
Reaction ne

Mass |nﬂow—# Zohe -
has propertles

ot surrsunding
zone

Control Wolume

Figure 2.9-1.. Model geometry for Magnussen’s Eddy Dissipa-
tion Concept. The control volume is comprised of two zones;
the properties of each zone are assumed to be adequately repre-
sented by a single set of values (i.e., lumped or perfectly stirred).
The mass exchange between the zones is controlled by turbulent
mixing.

2.9.2. Physical Interpretation

Magnussen’s EDC model is derived to be a general combustion model for premixed to non-premixed
scalar fields and for high to moderate turbulence levels. It is not intended to be used for laminar
combustion. Magnussen’s physical interpretation of combustion is based on the concept that chemical
reaction occurs in regions of the flow in which the dissipation of turbulent energy takes place, i.e., fine
structure regions. These regions are concentrated in isolated volumes and represent a small fraction of
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the flow. The regions have characteristic dimensions that are of the Kolmogorov length scale in one or
two dimensions, but not the third.

Fires are buoyant flows. Turbulent fires tend to be large, having base diameters above a meter. The
turbulent length scales are large and the flow velocities are relatively slow, on the order of meters to tens
of meters per second. (Still photographs of reaction zone structure within large fires can be found in
Tieszen, et al. [47]). Therefore, turbulence levels tend to be moderate. Near the base of a fire, the
combustion zone can be characterized as a continuous wrinkled flame sheet that appears to wrap
around larger turbulent structures. The basic combustion mode is that of a strained diffusion flame
with large surface area due to the turbulence. At higher elevations in the fire, turbulence levels increase
and the character may change. Premixed combustion is possible as unburned products in the smoke are
re-entrained into the fire. While Magnussen’s model was originally derived in terms of high turbulence
levels resulting in fine structure regions (i.e., localized regions of high vorticity at dissipation scales), the
model is appropriate for moderate turbulent intensities that occur in fires.

Figure 2.9-2 shows the physical geometry from which the combustion model will be derived for fires.
Turbulence controls the reaction and surrounding volume fractions and fuel mass transport per unit
volume. In general, turbulent momentum exchange processes result in scalar stirring at all length scales
down to molecular mixing processes which are diffusion controlled. Without length scale information
below the grid scale of the computation, it is impossible to correctly represent the interactions between
all the relevant physical processes at their relevant length scales.

Magnussen’s EDC model attempts to represent the mixing processes that are most important to the
overall heat release from combustion. It it based on the assumption that the overall heat release rate is
controlled by the mass transport into the reaction zone. Therefore, considerable effort is made to model
turbulent momentum processes that affect mass transport into the reaction zone. In the surrounding
gases, turbulent mixing occurs with (in all likelihood) a similar vigor, however, its effect on the
combustion rate is considered less important since the turbulence is not directly contributing to mass
transport into the reaction zone. For this reason, there are two different levels of mixing assumptions
made within the model.

With respect to Figure 2.9-1, the turbulence level in each control volume is taken into account in the
consideration of the mass exchange between the reaction zone and the surrounding zone. However,
within each zone, it is assumed that the properties are instantaneously homogeneous and uniform, i.e.,
perfectly stirred. This perfectly stirred assumption obviously over-predicts mixing within each zone for
any real level of turbulence, and only begins to approximate reality at the highest levels of turbulence.
On the other hand, the perfectly stirred assumption allows point calculations to be made in each zone
for conveniently determining thermochemical properties. Without this assumption, it would be
necessary to specify the gradients within each zone and integrate the specified gradients throughout the
cell to obtain cell averaged property information. The approach here is to assume that over-predicting
mixing within each zone via the perfectly stirred assumption has only a secondary effect on heat release
rates within each cell.
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Air + Products

Flame Sheet with Area ~ 12

Fuel + Products

Figure 2.9-2.. Assumed flame surface geometry. L is the integral
turbulent length scale. The reaction zone thickness is charac-
terized by the Kolmogorov dissipative turbulent length scale, 1.

2.9.3. Thermochemistry

Within the current strategy, chemical reaction can occur in both zones. However, in the simplest case,
no reaction occurs within the surroundings due to the low temperature and unmixedness; all reaction
occurs within the reaction zone. The notion of zones, perfect stirring within the zones, and type of
chemistry involved are all independent assumptions, but have interrelated consequences. For example,
finite-rate chemistry involving hundreds or thousands of species could be considered within the zones.
From the perfectly stirred assumption within each zone, the finite-rate chemistry would be calculated as
if it were occurring in a perfectly stirred reactor. In a real diffusion reaction, there are spatial variations
in species concentrations for real turbulence levels so that the various chemical pathways, as well as heat,
mass, and momentum transport, in a real strained diffusion flame can be quantitatively different than
those calculated on the basis of perfect stirring. This effect is probably the strongest disadvantage of the
perfectly stirred assumption. Only in the limit of infinitely-fast turbulent mixing does perfect stirring
actually exist. In practice, the computation of detailed, finite-rate chemistry concurrently with a
three-dimensional fluid mechanics calculation is expensive. Except in the limit where the turbulent
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strain rate is high enough that finite rate chemistry is warranted, it is adequate to use simpler
descriptions of the chemistry. In the case of high strain rates, precalculation of the chemistry is usually
done and the results tabulated in a look-up table to determine extinction limits.

For the current implementation, it is assumed that the chemistry can be represented as irreversible,
“infinitely-fast” reactions that occur within each reactor. In classical combustion studies, the concept of
“infinitely-fast” reactions is not usually invoked in the context of a perfectly stirred reactor. In the
context of the current model, the meaning of an “infinitely-fast” reaction in the flame zone (a perfectly
stirred reactor) is that the reactant stream entering the reaction zone is converted to products instantly
as it enters the zone, and then the products are mixed instantly throughout the zone. The zone then
reflects the thermodynamic properties of the combustion products at the adiabatic flame temperature
for a given composition while the surrounding zone has the properties of reactants (and possibly
previously combusted products) near the cell temperature.

In general, if the turbulent mass exchange rate between the zones (i.e. strain-rate) is sufficiently high that
infinitely-fast chemistry assumptions do not apply, then finite-rate reactions within the perfectly stirred
reactor can be used. Residence time scales that warrant finite-rate considerations tend to be at the
sub-millisecond level. In the current implementation, the case of high turbulence levels leading to
blow-out of a reactor is treated as a limits test. The test method is discussed in Section 2.9.9.

In principle, it is not necessary to assume irreversible chemistry within each zone. At long time scales
(i.e., low turbulence levels), chemical equilibrium will result. The use of irreversible chemistry avoids
the need to calculate the equilibrium state of the forward and reverse reactions for every combusting cell
at every time step. For the current implementation, the time savings is deemed to be worth the cost in
accuracy.

Regardless of the assumptions about chemistry employed in modeling the reaction zone, the actual
reaction zones in a fire will very likely be similar to strained diffusion flames (wrinkled flame sheets
wrapped into vortical structures). Perhaps higher in a fire with the re-entrainment of smoke, partially
premixed combustion can occur. For diffusion reactions, combustion occurs within a region
encompassing a stoichiometric surface between fuel and air. Therefore, the reaction zone is modeled as
occurring with stoichiometric reactions. The reactants being transported into the reaction zone via
turbulent mixing come from the surroundings zone and thus have the composition of the surroundings.
There will be a limiting amount of one reactant if the combustion is to occur at off-stoichiometric
conditions. The excess of the other reactant, prior products, and inerts do not participate in chemical
reactions, but are transported in and out of the combustion zone by turbulent mixing. However, their
presence affects the zone properties (for example, through their heat capacity).

Combustion products are transported into the surroundings at the same rate as the reactants are
transported into the reaction zone (conservation of mass). However, the perfect stirring assumption for
properties means that these products have uniform properties. In a diffusion reaction, products mix
with fuel on one side of the reaction zone and air on the other. On the fuel side of the reaction zone,
significant amounts of CO and soot can result from interaction between the inflowing fuel and
outflowing products. The formation of CO is important not only from a toxic pollutant perspective
but its formation results in significantly less heat release and lower temperatures. Given the limits of a
two-zone model with perfect mixing within each zone, there is no simple way to model both
stoichiometric combustion and the formation of CO on the fuel side of the reaction. In the current
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formulation, an ad hoc approach is used in which combustion in the reaction zone is assumed to occur
in sequential steps, each of which is irreversible and infinitely fast. The first step is stoichiometric
oxidation of the fuel species to CO and Hj products. The second step is the oxidation of CO and H to
COg and HyO provided there is excess O in the reactant stream. If the overall stoichiometry in the
control volume is fuel rich, significant amounts of CO and H;, will be formed, while if it is lean only

CO; and H5O will be formed.

2.9.4. Chemical Mechanism

For an arbitrary CHNO fuel, the stoichiometric, irreversible reaction to CO and Hy products is given

by

m-—9q

CmHanOqu( )Og + > (¢p) Diluent =

(m)CO + (g) H2+(§) N;+ 3 (¢p) Diluent,  (2.213)

where m, n, p, and g are the numbers of carbon, hydrogen, nitrogen, and oxygen atoms within the fuel
molecule, respectively, and the terms in parentheses are the stoichiometric coefficients. The summation
term for diluents includes all other species present in the reaction stream including nitrogen in air,
combustion products in the surroundings from previous combustion processes, etc... Diluents,
including the combustion products, are assumed to have no effect on the chemical reaction itself.
However, diluents do have an effect on the temperature rise through their specific heats and the
presence of products is used as an ignition criteria for the combustion model.

The assumption that combustion products act like diluents (i.e., have no effect on the reaction) is
obviously a simplification. Product species include CO, Hy, COs, and H>O. The presence of CO and
Hj in the reactant stream would affect equilibrium results; however, irreversible reactions have already
been assumed in the model so the presence of these species does not represent an additional
simplification. On the other hand, the presence of large amounts of CO5 and H5O in the reactant
stream may reduce the amount of O consumed for a given amount of fuel due to partial oxidation of
the products via the oxygen in the CO3 and H5O in an overall fuel rich environment. However, this
effect is partially compensated since the extra Oy would be consumed by the second reaction.

The second reaction is the subsequent oxidation of CO and Hj to CO; and HyO. This reaction
oxidizes both the CO and Hy produced by the first reaction and any CO and Hy that passed through the

first reaction as products (i.c., diluent). The reaction is given by

(m)CO + (E> Hy, + (1—)> Ny + (T + %) Oy + Z (¢y) Diluent =

2 2 2
(m)COy + (g) H,0 + (g) Ny + 3 (¢4) Diluent. (2.214)

In the current implementation, soot is considered to be a trace species. As such, its mass and energetics
are not considered part of the above chemical reactions. Soot has its own production terms and is
considered to oxidize in proportion to the fuel oxidation in the first reaction. See the soot model in
Section 2..12 for details.
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2.9.5. Species Consumption/Production Limits

The reactants being transported into the reaction zone come from the surroundings and therefore have
the same composition as the surroundings. As such, the reaction can only proceed within the limits of
available fuel and oxygen from the reactant stream. For example, if there is insufficient oxygen in the
reactant stream, then all of the oxygen will be consumed by Reaction 1, (Equation 2.213), and the excess
fuel will be passed with products from Reaction 1 to Reaction 2, (Equation 2.214). Reaction 2 will not
take place because all the oxygen was consumed in Reaction 1 (i.e., in both reactions, oxygen is limiting).
If there is insufficient fuel in Reaction 1, then all the fuel will be consumed and excess oxygen will be
passed to Reaction 2. Depending on the ratio of oxygen to CO and Hy, all the secondary fuels may be
consumed or all the oxygen may be consumed.

To find the limiting mass, it is convenient to define an equivalence ratio. Equivalence ratios are normally
defined in terms of molar ratios, but mass ratios yield the same result [48] and are preferred here since
mass fractions are used in the transport equations.

(quel >
}/oa:y mix
He s TIUUD 2.21
( quel ) ( S)
YvOCE?/ stoic

The numerator is the ratio of the actual mass of fuel to oxygen in the reactant stream,

Yiuel _ mass Fuel
Yoo / s ~ mass Oxygen

b —

(2.216)

mix

The denominator is determined for each reaction. Generically, the first and second reactions have the
following form

> " (Cruet) Fuel + C0,02 + > (¢p) Diluent — >~ ((prog) Product + Y ~ (¢p) Diluent, (2.217)
where ( are stoichiometric coefficients on a molar basis. The stoichiometric fuel to oxygen mass ratio

_ Z quel (Cfuel)
stoic WOQ (COQ) ’

where W is a molecular weight. Specifically for the first reaction, the stoichiometric mass ratio of

CrH,N,Og to Oy is

18
quel
Yvo:]cy

(2.218)

Yf uel
}/;)zy

(12m + n + 14p + 16q)

= . (2.219)
stoic 32 (m 2_ q)

Therefore, the equivalence ratio for the first reaction which is based on carbon monoxide and hydrogen

products is given by
Yiue 16 (m —
D, = fuel (m —q) , (2.220)
Youy / (12m + n + 14p + 16q)
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and similarly, the equivalence ratio for the second reaction which is based on carbon dioxide and water
products is given by

(2.221)

n
o, — (Yoot Yoo 16<m+§>
2T Y (28m +n)

If either equivalence ratio is greater than unity, then the mass of oxygen will be completely consumed by
its reaction. If either equivalence ratio is less than unity, then the mass of fuel will be completely
consumed by its reaction. If either equivalence ratio is unity, then the mass of fuel and oxygen will both
be completely consumed by that reaction. Note that C,,H,,N,,O, is not a fuel in the second reaction
because if there is any of this fuel left, all the oxygen was consumed in the first reaction. Therefore,
under these conditions the second reaction cannot proceed due to lack of oxygen. Also note that the
expression for @5 does not identify which secondary fuel, CO or Hy, is limiting.

In order to determine the limiting reactant mass in a multi-fuel (or multi-oxidant) system, a more
general approach based on equivalence ratios is required. Consider the reaction

CaA+ (B — (cC + (pD where C are stoichiometric coefficients. The stoichiometric mass ratio of
reactant B to A is

Y5 massg Wg(p ( )
— = = . 2,222,
YA stoic massa stoic WACA
Further, Y4 and Y5 are the mass fractions of A and B in the mixture and
Yp massB ( )
—_— = — 2.223
Y4 massAjf ..
The ratio of these quantities is an equivalence ratio; i.e., if
Y _ Was(p
— —, (2.224)
Ya~ Wala

then A is the limiting reactant, else B is the limiting reactant. However, this inequality can be usefully
rearranged. If
Ya < Yz
Wala  Wg(s’

then A is the limiting reactant. The same procedure can be shown to apply to reactions where there are
more than two reactants; i.e., if

(2.225)

Y Yn Y,
< Lmnr L ; 2.226
WaCa  Wpa(r Wiin ( )
then A is the limiting reactant of n reactants. Therefore,
. . Y,
First Reactant Depleted = min (W c ) : (z.227)

Note that the units of Y,, /W,,(,, are [(mass 1),,i, / (mass 1) sypic ]/ (mMass) . Also note that diluents
are not reactants and they are not depleted by the reaction. The min() function should only be applied
to fuels and oxygen, not to all species.
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To determine the change in mass fraction, AY,™, of reactant species k due to reaction m, multiply the
limiting mass expression by the stoichiometric mass of species :

m
AY" = Wi mgn (an( ) . (2.228)
nsn
This expression has units of [(mass k) stpic/ (IMass 1) stoic] X [(1MSS N)pyip / (08SS ) i ]. Since v is the
limiting reactant, the expression within the second set of square brackets is the change in mass fraction
of species 1 due to reaction m; this is because the limiting species 7 is completely used up in the reaction
(i.e., the mass fraction of species 1 goes to zero). The expression within the first set of square brackets
modifies the change in mass fraction of species n to yield the change in mass fraction of species & due to
reaction m. The change in mass fraction of product species £ in reaction 1 is similar but without the
minus sign in the above expression.

Since the reactions are given priority, the “products” of Reaction 1 are the “reactants” of Reaction 2. The
new mass fractions in the reactant stream for Reaction 2 are given by

Reaction 1
<Yk)Reaction 2 reactants (Yk)surr + AYk caction &, (2-229)

As noted above, the sign of the second term, :I:AYkReaCtion s positive for products and negative for
reactants. Similarly, the product composition from Reaction 2 is given by

o Reaction 2
(Yk)Reaction 2 products (Yk>Reaction 2 reactants = AYk ' <2"2’30)

Here again the positive sign on the second term is used for products and negative sign is used for
reactants. Since the reactions are assumed to occur infinitely fast, the product composition for
Reaction 2 is the composition of the reaction zone,

(Yk)ﬂame = (Y;?)Reaction 2 products * (2"2‘31)

2.9.6. Conservation Laws

For convenience we restate the Favre-averaged species mass conservation equation, Equation 2.98,

OpYi o po, o) O —
ot dV+/kaujn]dS:/<§+S—; 8—%n]d5+/wkdvy (2"232')

where p is the time averaged density of the mixture, Y, is the Favre-averaged mass fraction of species £,
U; is the Favre-averaged velocity of the mixture, 14 is the turbulent eddy viscosity, Sc; is the turbulent
Schmidt number, and &y, is the time-averaged mass production rate of species k& per unit volume of the
mixture. This equation is solved on a mesh, one control volume of which is shown in Figure 2.9-1.
Within the control volume, the species k£ mass consumption/production rate,

Tk somanmed produced, = Wi Veelr, is determined by the EDC model, assuming that the mass transfer
process into and out of the reaction zone from the surroundings (cf. Figure 2.9-1) can be represented as a
steady process,

(mk)consumed/produced = <mk)flame - (mk)surr : (7"2‘33)
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The mixture mass flow rate between the surroundings and the reaction zone is also assumed to be
steady,

(m)flame = (m)surr : (2‘2'34)

Combining these two expressions yields

(mk)ﬂame (mk>su'r7‘

(mk)consumed/produced = (m)ﬂame o (m)suw (m>flame

= [(Yk)flame - (Yk)surr] (m)flame # (2'235)

It is convenient to normalize this equation with the mass of the control volume, or

(mk‘) d/produced (m) 1
consumed/produced _ Y (Y } flame . sl
Mcell [( k)flame ( k)surr Mcell (2‘ 23 )

The term in the brackets is a function of thermochemistry only and is specified by the chemical
processes derived in the previous section. The second term, the normalized mass transfer rate, is a
function of the turbulent mass exchange rate between the reaction zone and its surroundings. The
derivation of this term is the subject of the next subsection.

2.9.7. Effect Of Turbulence On Combustion Rates

Magnussen derived the effect of turbulence on combustion rates in terms of high turbulence levels. The
derivation here will be for moderate turbulence levels for the flame geometry shown in Figure 2.9-2. The
derivation herein does not include proportionality constants. Rather, dimensional reasoning is used to
establish the relationship between reaction zone surface area, volume, and mass transfer rates with
respect to the prevailing turbulence levels. Constants of proportionality, taken from Magnussen’s
original derivation, are added at the end.

Characteristic scales are needed for the mass transfer velocity into the reaction zone, the reaction zone
surface area, and the reaction zone thickness. The mass transfer velocity into the reaction zone is a
velocity appropriate to diffusional length scales that are being modified by the local strain field induced
by the turbulent flow,

Mass Transfer Velocity o< v. (2.237)

An appropriate diffusional velocity is the Kolmogorov velocity, v, which is characteristic of dissipative
length scales (i.e., those in which the local strain field is being dissipated by diffusional effects). From
Kolmogorov’s definition, v is given by

)4, (2.238)

where v is the molecular mixture kinematic viscosity (evaluated at the surrounding temperature), and €

v = (ve

is the rate of kinetic energy dissipation.

The reaction zone is characterized as a continuous flame sheet, highly wrinkled and wrapped around

large eddies. The volume of a large eddy is characterized by

Volume,qq, o< g (2.239)
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where L is the characteristic integral length scale of the turbulence. The reaction zone area is assumed to
be proportional to both momentum and scalar influences. While all length scales of the turbulent
cascade contribute to wrinkling and stretching the flame, it is assumed that large changes in surface area
are associated with large length-scale fluctuations. Therefore, it is assumed that the square of the integral
length scale is the most appropriate turbulent length scale for characterizing the reaction zone area.

Species concentrations also affect reaction zone area. Obviously, if no fuel is present, no reaction zone
will be present regardless of level of turbulence present. The species influence are denoted by a function,
X, the rationale of which will be described later. Based on these arguments,

Ares fgme X L. (2.240)

To obtain property values for each zone in Figure 2.9-1, it is necessary to define the volume fractions of
the reaction zone and surrounding zones. The reaction zone volume fraction is based on a reaction zone
area and a reaction zone thickness. Since the reaction zone is a strain modified diffusional zone, its
thickness is best modeled with a diffusional length scale that is characteristic of the turbulence-induced
strain field. Thus the reaction zone thickness is proportional to the Kolmogorov scale, 7,

Thickness figme o< 7. (2.241)
Kolmogorov’s definition of the diffusive length scale is
1/3 1/4
n= <?) : (2.242)

Since this is a characteristic scale analysis, the molecular mixture viscosity is evaluated at the surrounding
temperature. The actual reaction zone thickness will be larger due to the volumetric expansion (i.e.,
lower density) in the reaction zone.

Based on these characteristic scales from the assumed reaction zone geometry in Figure 2.9-2,
expressions can be obtained for the mass transfer rate per total mass. The mass exchange rate into the
reaction zone per unit eddy mass is given by

mflame _ (m'flame> (Meddy> (2 243)
Mcell Meddy Mcell

The first term on the right hand side is given by

Mflame  (SurroundingDensity) (FlameArea) (MassTransferVelocity)
Mgy, (EddyDensity) (EddyVolume)

. (2.244)

The interpretation of the second term on the right hand side depends upon filtering used (i.e., averaging
over scales). For LES, the length scale of the eddy being modeled is proportional to the length scale of
the grid. In this case, the size of the eddy and the grid are the same. Therefore, the second term is unity.
In RANS modeling, the eddy is much larger than the grid, as is the reaction zone surface being modeled.
For RANS, it is assumed that averaged over a sufficient number of eddies, the mass exchange rate into
the reaction zone per unit eddy (first term) is uniformly distributed (i.e., independent of length scale)
up to the integral length scales. In this case the second term is irrelevant and is assigned a value of unity.
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For example, for an integral scale eddy with a length scale ten times the grid, the mass transfer into the
reaction zone (averaged over many eddies) would be ten times the value for an eddy with a length scale
that is just the size of the grid.

Conservation of mass requires that the mass exchange rate into and out of the reaction zone be identical
so the properties can be evaluated at the thermodynamic state of either the reactant stream
(surroundings) or the product stream (reaction zone). For convenience, they will be defined in terms of
the reactant stream temperature and mass fractions. Using the characteristic length and velocity scale
arguments given above yields

mflame (psurr) (L2X> (U) E Psurr

o =X ; (2.245)
Mcell (pcell> (LB) L Peell
The standard integral scale estimate [11] of the rate of energy supply to diffusive scale eddies is
TurbulentKineticEnergy u'? u'® (2.246)
€ ¢ o =, ;
EddyRollOverTime L/w L e
The turbulence kinetic energy is given as
3
k= u” (2.247)
2
Substituting and rearranging gives
k3/2
Lo —. (2.248)
€
Ignoring the constant of proportionality and substituting the results into the definition for the
Kolmogorov velocity gives
€ ve\ 1/4
v L <E> (ﬁ) ) (2.249)
Substituting gives the mass exchange rate into the reaction zone per control volume in terms of standard
turbulence parameters,
Mflame <V€>1/4 <€> Psurr ( )
— x| = — ) x : 2.250
Mcell k2 k Peell

The function  is a scalar correction to take into account species effects on the reaction zone area. The
function is bounded between (o,1) with 1 representing optimal species concentrations which will
maximize the reaction zone area and o representing prohibitive species concentrations which would
prevent reaction zone formation. Two scalar properties are important, the reactant concentrations and
the product concentration (which acts as an ignition source since ignition is not assumed). Therefore,
the limiter is written as the product of two terms,

X = X1Xo2- (2.251)

The function x is intended to take into account the effect of the reactant mass fractions on the reaction
zone surface area. Since the reaction zone surface occurs at stoichiometric concentrations of fuel and

oxygen in a diffusion flame, stoichiometric concentrations of reactants in a control volume will result in
the largest reaction zone area (controlled by the turbulence levels). In this case, x is unity. On the other
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hand, if either fuel or oxygen is zero within a control volume, then x; is zero. Between these extremes, a
functional form is assumed which has the correct limiting properties. The function is given by

1

X1= = - - - , (2.252)
Yroxy + Y;w“od quel + }/prod
Ymin + YpTod Ymin + }/prod

where the normalized mass fractions are defined below.

Opverall reaction stoichiometry is determined from the sum of Reactions 1 and 2 in the chemical reaction
section (Equations 2.213 and 2.214). The overall reaction is

n — 2q

Conlla Ny Oy + (m + ) O, + Z (¢y) Diluent =

g) H,0 + (g) Ny + ) (Ca) Diluent  (2.253)

For the overall reaction, the mass ratio of oxygen to the mass ratio of fuel for stoichiometric reaction to

COg2 and H5O is given by

Y, n q 32
S=(=2L = ( g = —) : :
(quel > Optimal mn 4 2 12m + n + 14p + 164 (2:254)

Since mass is conserved in the reaction, 1 4 S kilograms of product (CO; and H,0O) are produced for

(m)co, + (

every kilogram of fuel consumed for a fuel/oxygen reaction. Note the mass of diluents, such as the
nitrogen in the air does not change, as a result of the reaction. It is useful to produce normalized mass
fractions based on the masses involved in the stoichiometric reaction.

3 Y:)z > cho2 + Yh20 9 Y, uel
}/omy - Sy prod — 1_}_45, fuel — fl (2..2,55)

Note that the sum of these terms does not equal unity but one minus the mass fraction of diluent in the
mixture.

The actual reaction may involve the secondary fuels, so a more general expression is required for the
stoichiometric mass ratio of oxygen to fuel (and is used in the Vulcan code).

SO2FU - Y}y + SO2C0 - Y,y + SO2H2 - Yo
quel + cho + Yh2 ’

SO2FU — (m + 0 Q) ( = ) , (2.257)

(2.256)

4 2 12m +n + 14p + 16¢
32
SOQCO = m, (2..2,58)
32
SO2H2 = 5.9 (2.259)

The product mass fractions are adjusted for the mass of nitrogen that accompanies the oxygen in air —
the nitrogen is treated as a product species. The normalized mass fractions are

YAv o Yvo:cy }} o 3-39}/002 + 3-92}/i120 > o quel
oxry — S prod — 1 + 4295 fuel — 1
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where

MWn2

MWn2
Yorod| sy = Yeo2 (1 + 3-76Wco2) » Yrodlpge = Yh2o (1 + 1-88Wh20> ) (2.261)

The molar ratio of nitrogen to oxygen in air is 3.76 and the mass ratio is 3.29. The production mass
fraction, Y},;44, can be computed directly from the CO4 and HoO mass fractions as long as the only
source of product species in the flow field comes directly from combustion. If there is injection of
product species into the domain from a diluent stream or from an ambient concentration, then a
transport equation should be solved for the product mass fraction (see Section 2.9.12).

Since combustion always occurs at a stoichiometric surface in a diffusion flame, there is a limiting
reactant mass fraction in a fuel/oxygen mixture within the control volume unless the ratio is
stoichiometric. The limiting reactant mass fraction is given by

A~

Ymin = min (quela }A/ozy> . (2..2,62)

The function x; can be seen to approach the correct limits most clearly if the mass fraction of products,
Yprods is set to zero. If the mixture is fuel lean, )A/mm = quel and X is equal to the fuel to oxygen ratio
which decreases to zero as the fuel mass fraction is decreased. If the mixture is fuel rich, Ymm = ffozy
and x; is equal to the oxygen to fuel ratio which decreases to zero as the fuel mass fraction is increased.
At stoichiometric, Y is unity.

The function ¥ is intended to take into account the existence of reaction zone surface as a precondition
for reaction zone surface propagation. A stoichiometric surface without reaction can exist in a flow field
if there is no ignition source. An external source is required for ignition. However, once ignited,
reaction zone propagation can be interpreted as new flame surface being ignited by existing adjacent
reaction zone surface. A good indicator of existing flame surface is the presence of hot combustion
products within the control volume and this fact is used to create the function xs.

The value of 3 is zero if no combustion products are present. If the product mass fraction was
uniformly distributed, then the probability of ignition would increase with the ratio of product mass
fraction to reactant mass fraction. However, the combustion products are not uniformly distributed
but concentrated around the reaction zones, thereby increasing the probability of propagation of
reaction zone surface for a given product mass fraction. The assumed functional form of x5 that has
these characteristics is

( ExistingProductMassFraction >

B MaxFlameVolume
& = MaxPossibleProductMassFraction
( CharacteristicProductVolume )
B <CharacteristicProductVolume)( ExistingProductMassFraction )

(2.263)

MaxFlameVolume MaxPossibleProductMassFraction

The maximum volume of the reaction zone is the thickness times its area,

(Area - Thz'ckness)flame - L?n _n
Volumeeqay L L
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Using the definition for the Kolmogorov length scale and substituting the turbulence kinetic energy for

length scale, L, gives
ve\ 3/4
v (5) (2.265)
which is the maximum reaction zone volume per eddy volume. The value of 7/ is bounded by one
since the length scale ratio of the flame volume to eddy volume cannot be larger than one.

1/3

The characteristic product volume can be defined by assuming the majority of combustion products are
held up within a distance corresponding to the Taylor microscale from the reaction zone surface,

(Area - Thickness),..q  L*X
o< —_

A
—. (2.266)
Volumecgay L3 L

T =

Note that this assumption is used only to establish an ignition probability. For actual property
evaluation, it is assumed that the combustion products are well mixed with the surroundings. Taking
the ratio of the volumes gives,

A
By e 2, (2.267)
v n
Using the standard definition of this ratio (Tennekes and Lumley [11]) gives,
A
E — RelL/4. (2.268)

The Reynolds number can be defined in terms of turbulent kinetic energy and its dissipation by,

Rep, = —. (2.269)
ve

Substituting gives,

~1/3

CharacteristicProductVolume 1
= . (2.270)

MaximumFlameVolume

The existing product mass fraction is given by Y},;44. The maximum possible product mass fraction is
the sum of the existing products and the products that could be formed if all available reactants were to
burn. Since combustion takes place at a stoichiometric surface, the limiting reactant mass fraction is
given by Y,,,;,. Therefore, x2 becomes

1 }A/})rod
X2 — g ~ . (2'2‘71)
<71/3) (}/prod + szn)

Functionally, x> can exceed unity but the product X1z is limited to the range (o,1). The function x is
now completely described in terms of species and turbulence properties.

Combining all previous results gives the following result for species consumption/production,

(i) d/produced ve\1/4 re p
consumed/produce Y, — (V). i| (_) (_) surr ’ .
Mcell X [( k)flame ( k)surr ( k2 k X Deell (2' 2’72')
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where Y is defined above in terms of X1, X2.

The above derivation is intended to provide a physical interpretation to Magnussen’s EDC model for
large fires typified by medium turbulence levels with diffusive combustion. Proportionality constants
are needed to close the model. As always, constants can be tweaked for a given flow to produce the best
result for that flow. However, we will use the constants as derived for more general flows (Ertesvag and
Magnussen [49]). With these constants, the model equations match those from the
KAMELEON-II-FIRE code (Holen et al. [50]).

Using these constants, the maximum reaction zone volume fraction is given by

v=9.7 <g>3/4 ; (2:273)

Taking into account species limitations, the flame volume fraction is given by

ve\ 3/4
X = 9.7 (p) X (2.274)

The reaction rate of fuel is given by

(v, d/produced ve\l/4 re p
consume ToaUCE Y o Y ) } 2 5 <_> (_) surr ) ;
Mcell X ( k)flame ( k)surr < 3.6 2 L X Deell X3 (2' 2’75)

The additional scalar function, 3 , at the end of Equation 2.275 is multiplier on the combustion rate
that Magnussen found necessary to maintain the mass transfer rate when the product concentration is
high in premixed flames. Its necessity suggests that perhaps alternate scalings should be examined, but
for consistency with the published model, it is implemented here as

X3 = min

~

Ymin 2 71/3 (2“2‘76)

Y/;n"ool + Ymm 1 ]

2.9.8. Average Control Volume Properties

The volume and mass exchange process between the two zones is assumed to be constant over a time
step. Consequently, cell averaged properties for the mean flow equations are a volume weighted sum of
the properties in the two zones. Therefore, all control volume properties are given by

(bflamevflame + stsurr‘/surr
cell — . (2"2'77)
‘/;ell

The maximum volume fraction of the reaction zone, vy, was determined previously from momentum
considerations. The actual volume fraction is the maximum volume fraction times the scalar function,
X- The surroundings is the volume fraction that remains after the reaction zone volume has been
removed. Therefore,

gbcell = gbflame (IYX) + ¢sur7‘ (1 - ’YX) . (2~7~78)
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Volume averaged properties given by Equation 2.278 are desired. However, the estimates used to obtain
X (i.e., Equation 2.273) are based on uniform cell temperatures. Clearly, the flame zone will be hotter
than the surroundings, so the volume fraction occupied by the flame will be larger than given by
Equation 2.278 (and the surroundings fraction smaller).

A first order non-isothermal estimate is made to account for flame volume fraction. This estimate
assumes that the non-homogeneous density field does not affect the local turbulence field (or
alternately, that dilatation cancels the baroclinic generation) such that isothermal, isotropic,
homogeneous turbulence estimates for the turbulent kinetic energy, k, and its dissipation, €, hold. (This
assumption is made in virtually all models by the necessity that the fundamental research to quantify
the actual coupling has not been done.)

A mass balance then gives a first order estimate for the actual flame volume fraction at the flame
temperature. The actual flame volume at the flame temperature is given by its isothermal estimate times
the cell mean density (used to obtain the isothermal estimate) divided by the actual flame density.

Thus, Equation 2.278 becomes,

Pcell Peell
¢cell = ¢flame (P)/X) — ¢surr (1 - P)/X) . (2"2‘79)

flame surr

Where the mean density is given by

-1
Peell = () - (1 =) : (2.280)

Pflame Psurr

An interpretation of Equation 2.279 and Equation 2.280 is that 7y is, therefore, not a volume fraction
estimate but a mass fraction estimate. However, Reynolds, not Favre averaged properties are desired for
source term closure estimates. In this case, Equation 2.280, is intended as a non-isothermal volume
estimate, which the mass weighted isothermal volume estimate happens to be the best available
estimator until turbulence coupling in reacting flows can be elucidated. All cell averaged properties are
given by Equation 2.280. Equation 2.278 is intended for clarification only.

2.9.9. Limits Testing

Parameters in the EDC model take on limiting values in the presence of piloting conditions and
extinction conditions. The limits are discussing in the following subsections.

2.9.9.1. Ignition Criteria

Ignition will not occur in the above mechanism unless products are formed. An external ignition source
(or pilot flame) is simulated by setting x to be greater than zero (the product mass fraction is set to 0.2
times the maximum products that could be formed by the existing fuel in the current implementation)
in a cell with fuel and oxygen present. This can be done on a cell by cell basis to represent point ignition
sources, or in the whole domain if global ignition is required. If a pilot flame is to be simulated, the cells
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associated with it have x set to be greater than zero for the duration of the calculation. If a transient
ignition (e.g., spark) is to be simulated, the cells initially have x set to be greater than zero. However,
after a minimum temperature is reached within a cell, 754, (K) (a user input), x is no longer specified
but calculated from the species concentrations and turbulence levels as derived previously.

2.9.9.2. Extinction Criteria

Extinction occurs when x = 0. This occurs automatically when the fuel and/or air is consumed. Local
extinction can also be caused within a cell due to high turbulence levels. At high turbulence levels, the
reaction zone can be appropriately modeled as a perfectly stirred reactor (PSR). A PSR blows out when
the residence time is less than a minimum value for a given composition. The residence time, 7;., in the
reaction zone volume is given by

Volumeflame
Volume 14 me Volume,.;
Tres = - : ) (2.281)
VolumeFlowRate f1gme ( M flame >
psurr
M cell
Pcell
Simplifying gives
Toes = —— X7 ) (2.282)
( M flame > Peell
Mcell Psurr
Substituting prior relations gives
( ve\ 3/4
X —2>
s k (2.283)

(@) G

Simplifying and substituting Magnussen’s constant of proportionality gives

B 1 <y>1/2 N
Tres = 243 & . (2.2, 4)

Comparison of the calculated residence time with a user input minimum residence time (based on
precalculation using a PSR and appropriate chemistry) determines whether or not combustion is
allowed to continue. If so, heat release is calculated as derived herein, and finite-rate effects are not
considered. However, if the calculated residence time is below the minimum value, x is set equal to zero
which causes combustion to cease within a cell.

2.9.9.3. Laminar Values

As currently formulated, the model assumes the flow is fully turbulent and does not model laminar
combustion. Minimum values for the reaction zone volume, v, and mass transport into the reaction
zone per mass in the cell, 172 fqome / Meenr, are required in conditions with low turbulence levels to prevent
singularities.
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2.9.9.4. Scalar Limits

The mass fractions of fuel, air, and products must remain bounded (o,1). This requires that the
consumption rate for the species with the limiting concentration times the time step must be less than
or equal to the mass of species.

2.9.10. Cell Value Information Used By Model

The combustion model requires inputs from the transport equations for cell averaged variables at the
start of a time step. These variables include pressure, Py, (dynes/ cm?), species mass fractions Y;, density,
Peei (g/cm?), mixture molecular weight, W, (g/mole), turbulent kinetic energy, & (cm?/sec?),
dissipation of the turbulent kinetic energy, € (cm?/sec?), mixture kinematic viscosity, v/ (cm?/sec),
individual (i.e., chemical plus sensible) enthalpies, h; (ergs/g), and mixture enthalpy, hcey (ergs/g).

2.9.11. Model Outputs

The two outputs of the combustion model are the species consumption rates and property estimates.

2.9.11.1. Species Consumption Estimates

Noting the general relation between cell averaged values and surrounding values, Equation 2.278, the
surrounding and cell mass fractions can be related to give

[(Yk) Flamme (Yk)cell:|
(L~ )

[(Yk)flame - (Yk>sum~] = (2.285)

Substituting this result and the definition of 7,.., into the species consumption/production rate gives
the source term in the species transport equation, Equation 2.232,

(2.286)

o [(Yk)ﬂame—(%)ceu] ( X >><3,

W =
L —x

TT'BS

for the species mass production/consumption rate in a control volume. The subscript % is understood
to be for each species, C,,,H,,N, 0,4, Oz, No, CO, Hy, CO4, Hy0, and any diluents in the system.

2.9.11.2. Property Estimates

It is important in turbulent processes that nonlinear fluctuating quantities be appropriately
represented. Properties for which nonlinear fluctuations are important include the radiative emissive
power (proportional to the fourth power of temperature) and density.
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To get the radiative emissive power, it is first necessary to get the temperature within each zone. This is
accomplished by iterative estimate based on the species mass fractions within each zone. Since total
(chemical plus sensible) enthalpy is used for each species, the total enthalpy per unit mass in the control
volume does not change between the reaction zone or the surrounding zone. The partitioning of
chemical and sensible enthalpy is different for the reaction and surrounding zone, but the specific total
enthalpy is equal to the cell value defined at the beginning of each time step. (Note: this is nota
statement of the energy equation, it is only a statement of property values within each zone and the cell.
Obviously, the enthalpy does vary after radiation transport is allowed to occur and species are allowed to
advect between cells at the end of the time step as governed by the energy equation). The reaction zone
temperature, 1 'fjqme, is obtained from iterative solution of

hflame = Z }/khk (T)‘ ’ (2"2'87)

flame

and the surrounding temperature, T, is obtained from iterative solution of

hsurr = Z Ykhk (T)

(2.288)

surr

The average emissive power is given by

00T4.40 = 00 (T?lame (vx) F 5 s, (1—7x) L) (ergs/cm?—s).  (2.289)

Pflame surr

An important assumption implied by the form of Equation 2.289 is that the turbulent fluctuations
between the temperature and absorption coefhicient are weakly correlated [8]. ( Note that the intent of
the averaging form above is to volume-weight the emissive power from the flame and surrounding
zones. This form implies that v should be viewed as a mass fraction rather than a volume fraction as
discussed for Equation 2.277. )

The density of each zone can be calculated according to the perfect gas law. For the reaction zone

volume, the density is

Ptthlame

ame — 5 2.290
Pr RT'flame ( » )

where R is the universal gas constant and P, is the constant thermodynamic pressure. For the
surroundings, the density is
o Ptthurr
psur’r RTSUT‘T L

The soot model uses the temperatures, densities, and mass fractions of reaction zone and surroundings
according to the above estimates.

(2.291)

2.9.12. Combustion Products Transport Equation

The product mass fraction represents the products formed by combustion (CO4 and H,O for
hydrocarbon fuels, and HyO for hydrogen fuel). If any of the product species are injected into the
domain through either an initial condition or boundary condition to simulate a diluent stream or
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ambient concentration, their influence must be removed in order for the x5 reaction limiter to function
properly. A transport equation similar to Equation 2.232 is used where the reaction rate is given by

Wprod = 3.392We02 + 3.924wp,. (2.292)

This transported product mass fraction can only be formed due to reaction within the domain and
cannot be injected through either initial or boundary conditions. Therefore, the only boundary
conditions that are required are at an outflow so that products may exit the domain, and a zero value at
any surfaces where a species Dirichlet condition is applied. All of these cases are handled automatically
so that nothing needs to be specified by the user.

Note that a pilot stream will be unable to ignite a flame when using this model. It will be treated as an
inert diluent stream, so that the normal ignition model will be required to ignite the flame. This model
in its current form should not be used for piloted flames.

Also note that if the only source of products in the simulation is combustion, then the product mass
fraction can be computed directly from the local species mass fractions and solving this transport
equation is unnecessary.

2.9.13. Chemical Equilibrium Models

The EDC combustion model uses a two-step chemical reaction, where the fuel species is consumed by
the reaction in Equation 2.213 to form CO and Hj, and then these intermediate species are consumed by
the reaction in Equation 2.214 to form CO; and H,O. If oxygen is present in excess, then none of the
intermediate species will remain and only CO4 and HyO will be produced. In reality, these reactions
would not proceed to completion, but instead would reach an equilibrium where some of the
intermediate species can persist. This can lead to a significantly different mixture composition and even
a different mixture temperature than what the standard EDC model would predict, especially at higher
temperatures.

Fuego includes two optional models that can include the effects of two independent chemical
equilibrium reactions into the standard EDC model, to better predict high-temperature combustion
species and temperatures.

2.9.13.1. CO, Dissociation Model

At high temperatures, the equilibrium reaction

1
CO; < CO + 502 (2.293)

becomes active to dissociate COs species back into CO and O, which has the effect to cool the gas
mixture. Including the effects of this dissociation reaction will help to control nonphysically-high
temperatures that might result otherwise.
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This model will adjust the EDC-reacted mixture (Y} )fame in Equation 2.286 to include the effects of
equilibrium reaction 2.293. This equilibrium can be modeled by

—AGY
Kp:exp< 7 TT>’

where R,, is the ideal gas constant, 7" is the temperature at which the equilibrium is being calculated, K,
is the equilibrium constant for this dissociation reaction, and AG% is the standard-state Gibbs function
change for this reaction. The equilibrium constant K, for Equation 2.293 is defined as

Pco Po, 2
K, = %, (2.295)

(2.294)

Pe

where Pco, Po,,and Pco, are the partial pressures of CO, O, and COs, respectively, and P° is the
reference pressure taken as 1 atm. The standard-state Gibbs function change for this reaction can be
evaluated in terms of the Gibbs function of formation for each species at temperature 7',

_ 1_ _
AGr = <9?7co + 2 9.0, — 93’:002)T . (2.296)
ref—

The partial pressure of species k can be computed by P, = X}, P, where P is the static pressure of the
mixture and X}, is the mole fraction of species k, defined as X}, = ny/niot with the total number of
moles of all species being defined as n4or = Y n;. After making these substitutions and simplifying, the

(2
equilibrium equation that needs to be solved, written in terms of moles of each species in a fixed-mass

volume, is 1
nco ”gf— (£> = exp (_AG%) (2.297)
nco, ntlc{t2 pe R“T

Additional equations may be written to enforce conservation of C and O atoms within the reaction
volume,

NC = Ngo + Nco, (2.298)
No = 2nco, +nco +2no,, (2.299)

where N¢ and N are the fixed number of moles of carbon and oxygen atoms, respectively, during the
equilibrium reaction. Equations 2.297, 2.298, and 2.299 represent a system of three equations that can
be solved for the three unknowns nco,, nco, and ng, at the equilibrium state.

The numerical solution procedure begins by approximating the number of moles of each species from
the reacted mixture mass fraction vector Y; as n; = Y;/W;, on a per-unit-mass-of-mixture basis.
Eliminating nco, and no, from Equation 2.297 yields a nonlinear equation that can be solved directly
for nco from the fixed atom balances at a fixed temperature 7" and pressure P,

PO _ZAGO Ninert
néo (No — 2N + nco) — (?) Lt (TTT) (Ne — nco)2 (No + ngoo + 2 E nj) =1
“ j

(2.300)
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Ninert
where ) n; represents the summation of the number of moles of all species present in the mixture

j
that do not participate directly in the equilibrium reaction, ze. all species except for CO,, CO, and

Os.

A standard Newton’s method may be used to iteratively solve 2.300,

/ (nco)

nitl =pn — 220 (2.301)
co o f’(nc0)7

where the function f(nco) is Equation 2.300 and the derivative function f'(nco) is

f'(nco) = 2nco (No — 2N¢ + nco) + néo

(P YNe
P )P\ "R

Ninert
(NC — nco>2 -2 (NC — nco) <NO 4+ ngo + 2 Z T@)] ;

g

(2.302)
Once this equation is solved for nco, then the following equations may be used to evaluate the
remaining equilibrium species moles,
nco, = Nc¢—nco (2.303)
1
no, = 3 (No — 2N¢ + nco) - (2.304)

With the new molar mixture defined for the equilibrium species, the mass fraction vector may be
reconstructed by Y; = n,;W;. This new mixture composition will result in a different temperature since
the enthalpy is fixed. After the new temperature is evaluated, this entire procedure may be repeated
iteratively until the mixture temperature converges to within a specified tolerance.

2.9.13.2. H, Dissociation Model

Similar to the CO; dissociation model described in 2.9.13.1, at high temperatures the equilibrium
reaction

H, < 2H (2.305)

becomes active to dissociate Hy species into H atoms, which has the effect to cool the gas mixture.
Including the effects of this dissociation reaction in addition to the CO dissociation reaction will help
to control nonphysically-high temperatures that might result otherwise.

This model will adjust the EDC-reacted mixture (Y} )fame in Equation 2.286 to include the effects of
equilibrium reaction 2.305. This equilibrium can be modeled by Equation 2.294, with the equilibrium
constant defined as

(2.306)




where Py and Py, are the partial pressures of H and H, respectively. The standard-state Gibbs
function change for this reaction can be evaluated in terms of the Gibbs function of formation for each
species at temperature 7,

AGE = (297n — Fhma) gy, - (2.307)

Simplifying this equilibrium expression and writing it in terms of the number of moles of each species
in a fixed-mass volume results in the equilibrium equation

2 o
| = — 2. 308
. (Po) P ( R,T (2308)

An additional equation may be written to enforce conservation of H atoms within the reaction
volume,
NH =Ny + 2 ny,, (2‘309)

where Ny is the fixed number of moles of hydrogen atoms during the equilibrium reaction.
Equations 2.308 and 2.309 represent a system of two equations that can be solved for the two unknowns
nu, and ny at the equilibrium state.

Similar to the CO; dissociation model, the numerical solution procedure begins by approximating the
number of moles of each species from the reacted mixture mass fraction vector Y; asn; = Y; /W, ona
per-unit-mass-of-mixture basis. Eliminating ng, from Equation 2.308 yields a nonlinear equation that
can be solved directly for ny from the fixed atom balance at a fixed temperature 7" and pressure P,

N; inert

1 /PpP° —AGS
g — 1 <?> exp (TTT) (Nu — ) | Nu + g + 2 ; n; | =0, (2.310)

Ninert
where ) nj; represents the summation of the number of moles of all species present in the mixture

J
that do not participate directly in the equilibrium reaction, e. all species except for Hy and H.

A standard Newton’s method may be used to iteratively solve 2.310,

n+l _ , n f(nH)

H —"m f/(nH) ) (2"311)

where the function f(ny) is Equation 2.310 and the derivative function f’(ng) is

N.
1 PO —AGO inert
Once this equation is solved for ny, then the following equations may be used to evaluate the remaining
equilibrium species moles,

1
iy = 5 (Nor — 1) (2.313)
With the new molar mixture defined for the equilibrium species, the mass fraction vector may be
reconstructed by Y; = n;W;. This new mixture composition will result in a different temperature since
the enthalpy is fixed. After the new temperature is evaluated, this entire procedure may be repeated

iteratively until the mixture temperature converges to within a specified tolerance.
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2.10. LAMINAR FLAMELET TURBULENT COMBUSTION
MODEL

Laminar flamelet models for non-premixed turbulent combustion treat turbulent flames as an ensemble
of laminar diffusion flames. [51] Nonequilibrium chemistry effects may be included in the model by
accounting for localized fluid strain, resulting in what is classically called the Strained Laminar flamelet
Model (SLEM). Nonadiabatic effects may also be included by accounting for losses to the surroundings
in the ensemble of flamelets.

The fundamental assumption is that the chemical time scales of the important reactions are fast enough
that they occur only in a thin layer around stoichiometry, thinner (ideally) than the smallest scales of the
turbulence. Defining a small quantity € = Creaction zone /{mixing layer << 1, We can examine the governing
equations in that thin region using a multiscale asymptotic expansion as

Zim,t) — 2
Y:i:Y;<§7T7:1:7t)+€Y;1(C77—7x7t>+"'7 CZMandT:t/EQ' (2‘-314)
€

Collecting the dominant terms, making some standard simplifications, and assuming that the chemical
reaction scales as €%, the state of the gas depends on the flow scale Z and x = 2D|V Z|*:

oT  px (O*T 1 09c,dT g
— e 2 Sary ) i [ d) =0
T (8Z2 tooz0z) " “r®
and T(Z - O7t) = Tox.> T(Z = 1~t> = Tfueh YZ(Z = O,t) - K,ox.; Y;(Z = 17t) = K,fuelv

—

with p = p(®) and ¢, = ¢, (P), (2.315)

where ® is the state vector ® = (P, T,Y0,Y1, ..., Yy). The approximation allows us to resolve the
chemical scales in the phase space of the mixture fraction instead of on a three-dimensional grid,
granting dramatic computational savings. If we make the additional assumption that the chemistry is
quasi-steady on the scale of the flow, then the chemical structure in mixture fraction space can be
pre-computed offline from the simulation for a range of flow parameters x and tabulated (using
fuego_tabular_props). During the flow simulation, the solution of the flamelet simulation can be
queried to determine required flow properties, e.g. p = p(Z, x). Note that the flamelet formulation in
Eq. 2.315 is specifically for a “two-stream” problem, with constant Lewis numbers, where the boundary
and initial conditions of the simulation can be completely described by linear combinations of two
constant state vectors. Additional “streams” and boundary heat losses will require additional transport
equations to be solved.

This section summarizes the basic formulation and implementation details of both the adiabatic and
nonadiabatic flamelet model and SLF model, including both the property table generation procedure in
fuego_tabular_props and the usage of the property table in fuego to evaluate turbulent filtered
quantities of interest for both adiabatic and nonadiabatic configurations.
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2.10.1. Adiabatic Property Table Generation
2.10.1.1. Laminar Flamelet Generation

Unstrained flamelet libraries, where nonequilibrium chemistry effects may be neglected with respect to
fluid strain rates, can be generated directly with the fuego_tabular_props application. These
libraries should be used either in laminar flow or in turbulent flow where the turbulence/chemistry
interactions may be neglected.

Equilibrium chemistry, Burke-Schumann chemistry, or nonreacting flow scenarios are supported in
configurations where there are two or more streams that may be mixed and potentially reacted. The
stream composition is parameterized by the mixture fraction vector Z,,, where each of the M
component represents the fraction of mass that originated in that stream, where there are N streams and

M = N — 1. The mixture fraction for the final stream may be evaluated as Zy = 1 — Z%zl Ly

The resulting flamelet data can then be assembled into a sequence of multi-dimensional tables of
dependent variable ¢ as a function of the mixture fraction vector, ¢(Z,, ), and can be used directly for
laminar simulations. Adding turbulence interactions, nonequilibrium effects, and nonadiabatic effects
will increase the dimensionality of this lookup table and require additional processing. See the following
sections for more information.

2.10.1.2. Strained Laminar Flamelet Libraries

Strained laminar flamelet data may be generated for use in Fuego with the Spitfire code. This data is
two-dimensional in nature, determined by the mixture fraction and a reference scalar dissipation rate X,
at a reference mixture fraction Z,. The instantaneous laminar scalar dissipation rate is defined as

07 07
aZL'Z' ((i’EZ'7

y = 2D (2.316)
with D being the molecular mass diffusion coefhicient. The reference value Y, is arbitrary, although
typical choices include the stoichiometric value x5, = x(Zs;) or the maximum value

Xmax = X(Z = 0.5). Stoichiometric values are used in Fuego. After generating flamelet data with
Spitfire, the fuego_tabular_props application can be used to assemble it into a sequence of
multi-dimensional tables of dependent variable ¢ as a function of the mixture fraction vector and
reference scalar dissipation rate, ¢(Z,,, X, ). These tables may be then be used to evaluate properties in
Fuego. Please see section 2.10.6 for details regarding the generation of flamelet libraries with Spitfire.

2.10.1.3. Turbulent Averaging

In turbulent simulations, a filtered form of the governing equations are solved to reduce the resolution
requirements to an affordable level. Temporal filtering is used in Reynolds Averaged Navier-Stokes
(RANS) models and spatial filtering is used in Large Eddy Simulation (LES) models. Both types of
filtering are represented with the notation ¢, and are handled similarly in the present work.
Density-weighted, or Favre filtering greatly simplifies the treatment of variable-density flow. A
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Favre-filtered quantity is represented by b= pd/ p. Please see the fuego theory manual for further
details.

For use in turbulent simulations, a Favre-filtered version of the variables in the property table must be
calculated. This is performed by convoluting the property variable with the joint PDF of the
independent variable sub-filter fluctuations, and is mathematically expressed as

5 Fms 272, %) = / / 5 Zoms Xo) P2sd Zis X3 Foms 2%, %) 421y, T

where pz, (Z;, x; Zom, 2\/5, X) is the joint PDF of sub-filter fluctuations of the dependent variable ¢ in

Z;-X space, parameterized by the filtered mixture fractions Z,,, and the variance Z "2 of mixture fraction
component Z;, and the filtered scalar dissipation rate x. The reference scalar dissipation rate has the

—_—

functionality x,(Z;, Z"%, X), which will be discussed in the following section. Variance of only a single
component of mixture fraction, Z;, is considered at present for simplicity, although extensions to
include additional components are possible. Statistical independence will be assumed between Z; and x
fluctuations, so that

oo 1
o( m7Z//2 X //¢> ms Xo) Pz ( ZZ,ZWZ”Q)JJX(X x)dZ; dy. (2.318)
0 0

For the present work, pz(Z;; Zm, ?’E) will be modeled as either a beta PDF or a clipped Gaussian PDF
and p, (x; X) will be modeled as the delta function 6 (x — X).

2.10.1.4. Property Table Implementation

The convolution integral in Equation 2.318 would be prohibitively expensive to evaluate each time a
value for ¢ is needed by a turbulent reacting simulation. Therefore, this integral will be pre-calculated so
that each property table query will only involve an interpolation from a table of values.

Storing the final &(Zy, Z™, %) values directly is undesirable since the range of possible  values for
each flamelet is different, resulting in a non-orthogonal table. Instead, the values &T(Zm, Z Xo) are

stored in an orthogonal table that is indexed by Zmy Z", and XO(Z, 7" X). These tabulated values
are calculated by

N 1 o
O1(Zmy 2", Xo) = / O (Zms Xo) P2(Zi Zmy ") A Z;. (2.319)
0

—_—

The reference scalar dissipation rate X, needed for lookup in the table for ¢T( > 2", Xo) can be
evaluated from the local filtered scalar dissipation rate  through laminar flamelet theory. The
instantaneous scalar dissipation rate x can be approximated by

X = Xmax€XP (—2[erfc71(22)]2)
Xmaxe(Z)> (2..32.0)
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where Xmax is the maximum scalar dissipation rate found in the counterflow diffusion flame, which
occurs at the stagnation point where Z = 0.5. (Note that this expression has not yet been extended to
multiple mixture fractions, so that this treatment is only applicable for two-stream problems.) The
value of x at any reference location in the flamelet can be similarly approximated, so that

Xo = XmaxFx(Z,). Combining these models by equating the unknown Xax yields a closed-form
expression linking the scalar dissipation rate at any location to the reference value on the flamelet with
the same characteristic X max,

(2.321)

Applying the filtering operation in Equation 2.318 to both sides of Equation 2.321 for a single-mixture
fraction configuration yields

oo 1
) F(2) = )
X = //XOF;‘(ZO) pz(Z; Z,2") py(x; X) dZ dx (2.322)
0 0
%) 1 —
- X / Bl ) / F(2)ps(2; 2,27)dZ fong)
F(Z,) Jo 0
1
Xo / ~ /\1/5
F(Zo) Jo X z

so that the filtered reference scalar dissipation rate can be calculated from the filtered quantities
provided by the turbulent flame simulation as

~—

Xo(Z,2™,%) =

F.(Z,
xl (2325)

d
Jo Bx(2)p2(2; 2,2"™)dZ,
To decrease computational cost, the integral in the denominator can be interpolated from

pre-calculated values in a two-dimensional table as a function of Z and Z""2.

To summarize, the turbulent reacting simulation will query the property table for the variable

&(Zm, Z"™, X). Internally, Equation 2.325 will be used to calculate X, as a function of the provided
filtered independent variables. This value will then be used along with the provided independent

variables to interpolate a value for &1(Zm, Z™, Xo) from the stored table that was pre-calculated with
Equation 2.319. This interpolated value will then be returned to the main simulation as the requested
value for ¢(Zp,, Z"™, X).

If turbulence/chemistry interactions are to be neglected in the simulation, the delta function §(Z — 2)
may be used for pz(Z; Z) in Equation 2.325 so that the reference scalar dissipation rate can be
computed simply as

_RF(Z)

XO(Z7 X) F(Z) ) (2.326)

Once the multidimensional property table has been generated, it can be imported into fuego and

queried for the dependent variables as a function of the independent variables Z,,,, Z"%, and ¥. Models
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are required for each of these independent variables used by the flamelet property table.
Sections 2.10.3-2.10.5 present models for each of these quantities for each of the supported turbulence
closure models.

2.10.2. Nonadiabatic Property Table Generation

When including the effects of radiative or convective heat losses in a flamelet simulation, additional
parameterizations beyond those in the previous section are required. These are the “conserved
enthalpy”, h* and heat loss parameter 7, where the heat loss parameter is defined as v = h — h*. The
conserved enthalpy is identical to the traditional enthalpy except that its transport equation omits all
source terms (typically due to radiative losses).

This formulation is used as a way to parameterize losses in a manner that is consistent with the opposed
diffusion flame burner simulations used to generate the flamelet libraries. In these burner simulations,
the inflowing pure stream states are fixed and cannot experience any heat losses; Losses only occur in the
interior of the burner, and are represented by 7y variation. A range of inflowing pure stream states may
also be computed, and are parameterized through h* variation. In this way, the full range of possible
states may be tabulated and retrieved in a fire simulation through values of h and h*, which are both
straightforward to compute.

For turbulent simulations, the Favre-filtered property variable ¢ is evaluated as

co oo oo 1
é(ZmaZ,Qa)N():yaB*) = ////¢(Zm7X05707h3)prvh*(Zm7X577h*;

—oo—oc0 0 0
Zimy 2", %7, B*) AZpm dx dry dR, (2327)
where 7, and h} are reference values of the heat loss parameter and the conserved enthalpy, respectively,

to be defined in the following sections. Statistical independence will be assumed between fluctuations
of each Z,;, component, ¥, 7y, and h*, so that

oo oo oo 1

5 Foms 27, 7,7, ) = / / / / / & Zrss Xos Yo BE) D2 (i3 Zi 22) D (Zo Zi)
—o0o—-—00 0 0
(G X) Py (73 7) pae (B BY) A Z; A Zyy s dx dry dR™ (2.328)

For the present work, pz, (Z;; Z, ?E) will be modeled as either a beta PDF or a clipped Gaussian PDF,

andpzm(?m;z ) Py O X)s Dy (73 7)> and pi= (h*; h*) will be modeled as the delta functions
8(Zm — Zm),6(y —7),and 6 (x — X), 8(y — 7), and 6(h* — h*), respectively.

The convolution integral in Equation 2.328 would be prohibitively expensive to evaluate each time a
value for ¢ is needed by a turbulent reacting simulation. Therefore, this integral will be pre-calculated so
that each property table query will only involve an interpolation from a table of values.

Storing the final é(Zm, 72 %4, h~*) values directly is undesirable since the range of possible ¥, 7, and
h* values for each flamelet is different, resulting in a non-orthogonal table. Instead, the values
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&T(Zmza . Xo» Yo, I%;) are stored in an orthogonal table that is indexed by Zms ?’5, xo(Z;, 27'5, X)
Yo(Zi, 2", 7), and b (Z;, h*). These tabulated values are calculated by

1 1
QBT(Zm7ZH27X07f}/OahZ) = //(Z5 m7XO7fYO7 o) pZ (ZMZHZ/Q) (Zm7Zm) dZ’L dZm7él
0 0

(2:329)
The required reference values of v, and h; are described in the following sections.

2.10.2.1. Boundary heat loss

The addition of a temperature boundary condition on the wall requires a modification of the flamelet
formulation of Eq. 2.315. The equation for a normalized temperature variable, § = T'/T,, — 1, is

8y (p0) + V - (pub) — V - (AVO) = Lpb = cor(0,Y) in Q (2.330)
9(-%' € anuel) = efuela 9(,17 € agzox) = Oa ande(l' = agzwall) = ewalla (2“331)

which now has an extra boundary term 6(xz € 0yan) = Oyan. The extra boundary condition remains
when we apply the flamelet approximation, leaving 0(Z = Zyan) = 6yan. The value of the mixture
fraction at the wall, however, is undecided: we only know that VZ - n = 0. During the simulation, the
value of mixture fraction directly evaluated at the wall can be determined dynamically and the value of
temperature can be computed. Away from the wall, however, one in principle would need to follow the
¢ coordinate from the flamelet transformation until it intersects the wall. However, given that

VZ - n = 0, the gradient trajectory in principle is tangential to the wall. Although the flamelet
equation itself is well-posed, the asymptotic derivation of the flamelet model in the very near region to a
nonadiabatic wall and the equations need to modified in some fashion to account.

Flamelets can readily be described when they are adiabatic; in the limit of unity Lewis numbers and
adiabatic systems the enthalpy is a linear function of the mixture fraction. The existence of radiative
transport and wall heat transfer introduces deviations from this linear relationship between i and Z.
Heat losses at the predominant boundary temperature are a common scenario. Defining a reference
‘boundary temperature’ at T (Z) = (1 — Z)Tox + ZThyel, then this case a simplified flamelet

temperature equation with heat losses could be written as
1 Lo
po T — ipxaéT = wp(®) — Hp(T — Ty,) (2.332)

where Hr represents a heat transfer coefficient that will be further discussed below. This gives a heat loss
term that is linear in 7". Alternately, the heat loss can be written specifically for radiative-style losses,
Glosses = 0’(5) (T* — T3). Regardless, with heat loss expressed in terms of T}, the flamelet enthalpy is
no longer linear in Z but instead takes on a roughly inverted triangular form with an extrema at the
peak temperature, roughly Z;. This has led us to express the difference between the adiabatic enthalpy,
defined as h. = hox(1 — Z) + hfyaZ, and the actual flamelet computed enthalpy, b, asy = h — h...
The introduction of 7 is done strictly as an expedient for generation of flamelet libraries. By assuming a
triangular form (or any particular assumed form) we can stretch the table entries into a square format by
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tabulating as a function of the stoichiometric value of v, This does require the use of the assumed
form for y for converting from the local Z value of ¥ = h(Z) — h.(Z) to Y. Comparison with DNS
and unsteady flamelets for laminar flames shows good agreement with this type of enthalpy defect
model for radiation in unity Lewis number flames (which is an appropriate assumption for turbulent,
hydrocarbon fires) [52]. We make an assumption of path independence for the solution of at particular
integrated heat loss, but in reality the solution will depend somewhat on the value of H7 and the form
of the added heat loss term.

The compensation for boundary heat loss can be extended to a full range of temperature (below 7% ) in
the flamelet libraries by not only including an integrated heat loss rate from the flamelets, but also a
translation of the flamelet in enthalpy space. This translation is simply denoted ~*, where the conserved
enthalpy line is shifted as i, = hox(1 — Z) + hgeaZ + h*. This allows a ful description of wall
boundary heat loss. Having two heat loss parameterizations, however, makes the lookup procedure
non-unique, requiring a method for deciding which point on (7, 2*) to use for the flamelet lookup. We
prefer vy and use 7 as much as possible. When 7 is insufhicient, which would is the case for overly cold or
hot walls (wall temperatures outside of the range of temperatures spanned by the solutions of Eq. 2.332).
At the wall boundaries, the conserved enthaply is defined to not be affected by heat loss while the true
enthalpy is, providing 7 at the wall.

2.10.2.2. Property Table Heat Loss Parameterization

For nonadiabatic flamelet library generation and tabulation, a functional form for the heat loss
parameter y in terms of reference quantities is required, similar in concept to the form of x in
Equation 2.320. The value of ¥ must be zero in each of the pure streams, and should have a maximum
value near the stoichiometric flame sheet since this quantity typically represents radiative losses to the
environment. A piecewise linear functional form is selected for simplicity. For a single mixture fraction,
this form is simply

Y =" F"/(Z7 Zo)a (2333)

where 7, is a reference heat loss at reference state Z, (selected to be the stoichiometric condition Zg;)
and the nondimensional function F,(Z, Z,) is defined as

2 s I<Z
F.(Z,Z,) :{ Zoy -0 (2.334)
v 11720 > 7,

For multiple mixture fractions, 7 is calculated by

Y= ny(Zma Zo,km; ﬁ)/g,l]?x)a (2-335)

where 7, is the maximum-magnitude reference heat loss in the vector 77’2, which contains the

reference heat loss parameters corresponding to maximum thermal losses for the K stoichiometric
mixture fractions that can be defined between stream pairs, Z, . The multiple stoichiometric mixture
fractions are necessary because a single unique stoichiometric mixture fraction does not exist when
using multiple mixture fractions.

The functional form for F’, is quite complex for multiple mixture fractions, and will only be described
briefly here. In general, for a three-stream problem, there are two independent mixture fractions and the
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realizable mixture fraction space is the triangle where the two mixture fractions sum to a value less than
or equal to unity. The value of F, must be zero at the “corners” of this space, where the coordinates are
(0,0),(0,1),and (1, 0). The multiple stoichiometric mixture fractions between stream pairs will define
points along the boundaries of this realizable mixture fraction space that represent local maxima in the
heat loss distribution along that boundary. Straight lines may be used to connect these points in
mixture fraction space, forming a “ridge” in the multidimensional F, distribution. When definable, a
linear fit is used between this ridge and a corner where 7 is zero. When not uniquely definable, linear fits
are used between the ridge and the adjacent boundary value along rays extended from the opposite
corner of the state space. Note that the values v, ;, are required for the calculation of F, so that the final
function may be normalized to a unity maximum value with appropriate relative scaling between the
boundary heat loss values. Note that no more than a three-stream configuration is currently supported
by fuego_tabular_props.

Applying the filtering operation in Equation 2.328 to both sides of Equation 2.335 yields

co oo oo 1

/////7 Zm7Zokm,%k)pz(ZZ,ZZ,Z”Q) A B Zo)

—00 —00

Dy 06 X) Py (3 7) pr= (W5 B) AZ; A Zyzi dx dry dB* (2.336)

= pe(R*; 1*) dh* / py(;7) dy / (X X) dx
0

—0o0 —00

1

/ Fo(Ziny Zojoms Vo) p2,(Zis Zis Z"™) 2, (Zm Zin) A 25 AZpp (2.337)
0

N
I

O\H

= % / / Fy(Zma Zo,krma VZ?I?X) pZZ(ZH Zma Z”2) Pz, (Zm> Zm) le dZm#w (2‘338)

so that the filtered heat loss parameter can be calculated from the filtered quantities provided by the
turbulent flame simulation as

,YO(Zm’Z”27;>’/) - 11 P)/’v o N
T S Fy(Zimy Zojomy Y2¥) 02,(Zi; Ziy Z) D2, (Zom; Zom) AZ; Az
00

(2.339)

To decrease computational cost, the integral in the denominator can be interpolated from

pre-calculated values in a multi-dimensional table as a function of Z,,, and Z". Equation 2.339 can be
used during a simulation to convert filtered independent variables to the reference heat loss parameter
required to perform table lookups to retrieve ¢

If turbulence/chemistry interactions are to be neglected in the simulation, the delta function

—

Z; — Zz) may be used for py, (Z;; Z.. Z") in Equation 2.339 so that the reference heat loss parameter
can be computed simply as

Y
F'y(Zma Zo,km7 73?]?)()
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2.10.2.3. Property Table Conserved Enthalpy Parameterization

For nonadiabatic flamelet library generation and tabulation, a functional form for the conserved
enthalpy A" in terms of reference quantities is required. The value of h* should vary linearly within the
range provided for each of the pure streams as a function of a reference heat loss parameter A, with an
appropriate stream-weighted blending for all other compositions.

The stream-weighted mixture properties are computed with an augmented mixture fraction vector Z,,
in terms of Z,,,,

M
Zrll: Z17ZQ7"'7ZM71_ZZM 9 (2’341)
m=1

where the last component is simply the last implied mixture fraction to recover a unity sum. A reference
augmented mixture fraction is defined as the centroid of the realizable mixture fraction space with each
component being identical and equal to

Zo,n = A (2'342')

From these definitions, minimum and maximum reference conserved enthalpy values may be computed

as
N
* _ * !
o,min E hstream,min,n Zo,n (2343)
n=1
N
* _ 2 : * !
ho,max - hstream,max,n Zo,n? (2"344)
n=1
* * « . . .
where N eam minn A9 M ream max,» ar€ vectors of the minimum and maximum conserved enthalpy in

pure stream n, respectively. The conserved enthalpy can then be modeled as
h* = h:nin,Z + (h:; - h;min) Az, (2‘345)
where the mixture-weighted minimum conserved enthalpy is

N

* _ § : * !

min,Z ~ hstream,min,n Zn (2-346)
n=1

and the mixture-weighted stream variation proportionality constant is

N B —h*
o stream,max,n stream,min,n Z;
A = h* _ h* n’ (2"347)
o,max o,min

n=1

Applying the filtering operation in Equation 2.328 to both sides of Equation 2.34s yields

iL* = E;in,Z + (hz - h;min) dZ’ (2‘348)
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where the two mixture-weighted quantities are now expressed in terms of the augmented filtered
mixture fraction as

mln zZ = E hstream min,n n (2‘349)
and
* *
~ _ hstream max,n hstream ,min,n Z/
g = h* h* n- (2“350)
n=1 o0,max o,min

This allows the reference conserved enthalpy to be expressed in terms of the filtered quantities provided
by the turbulent flame simulation as

~ ~ h* _ h* .
hZ<Zm7 h*) - h:; min o~ minZ . (2“351)
Gz

2.10.3. Filtered Scalar Dissipation Rate

2.10.3.1. RANS Model

For RANS turbulence closure models the instantaneous laminar scalar dissipation rate given in
Equation 2.316 can be Favre-filtered and expanded to the form

. 0z 0Z
px = 2pD 07, 0, (2.352)
—_ 0707 BYARYA 02" dZ"
= 4pD +2pD . (2.353)

The middle term on the RHS is neglected for constant density flow [53]. The first term is referred to as
the mean scalar dissipation rate

A VA

P = 2p1) .
PX "D o oe (2354)
and the third term is the perturbation scalar dissipation rate p,,. This term can be modeled as
— 9777
oXp = 2pD :
PXp p 8% oz, (2.355)
~ Cyp L Eqm (2.356)

—_—

for RANS-based turbulence closures where ; provides an inverse turbulence time scale, Z "2 is the scalar
variance that will be modeled in Section 2.10.5, and C) is a model constant that typically has a value of

2.0. [51]

Expressing the molecular mass diffusivity as pD = j1/Sc, where p is the molecular viscosity and Sc is
the Schmidt number, the modeled total filtered scalar dissipation rate for RANS closures is

X = >~(m+>~(p (2-357)

2 p YA —5
Cqm. 358
pSC ox; 6£EZ +Cx Xk (2358)
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2.10.3.2. LES Model

For LES closures Equation 2.357 also applies, so that the total filtered scalar dissipation rate is the sum of
the mean and the perturbation scalar dissipation rates. The mean scalar dissipation rate is expressed
identically to RANS closures as

 2p0Z0Z
The perturbation scalar dissipation rate X, represents the sub-filter dissipation of scalar variance, and

can be modeled by assuming that sub-filter dissipation is in local equilibrium with sub-filter production,
and that the sub-filter production can be modeled with a gradient transport assumption as [54]

(2.359)

02" 07" —rr 0F
%y = 2pD — —2pul 2" 36
po IO 81'Z‘ 81‘2 puz ami (2‘3 O)
—— 36
SCt &rz (91:/ (2 3 I)

where 11, is the modeled turbulent eddy viscosity and Sc, is the turbulent Schmidt number.

This results in the final modeled form for the filtered total scalar dissipation rate for LES closures,

X = XmtXp (2.362)
~ 2, 0202 (2.363)
~ 5\Sc " Sc; ) 0z 02, R

2.10.4. Filtered Mixture Fraction

The primary quantity used to identify the chemical state in Flamelet closure models is the mixture
fraction, Z. While there are many different definitions of the mixture fraction that have subtle
variations that attempt to capture effects like differential diffusion, they can all be interpreted as a local
mass fraction of the chemical elements that originated in the fuel stream. [55] The mixture fraction is a
conserved scalar that varies between 0 in the oxidizer stream and 1 in the fuel stream, and is transported
in laminar flow by the equation

opZ  Opu; 2 0 0z
— = D 36

5% ' om  om (’0 &zi) ’ (2364)
where D is an effective molecular mass diffusivity.

Applying either temporal Favre filtering for RANS-based treatments or spatial Favre filtering for
LES-based treatments yields

opZ  Opu;Z 0 YA
L + ke = _TZuj + — (ﬁD > y (2'365)
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where sub-filter correlations have been neglected in the molecular diffusive flux vector [56] and the
turbulent diffusive flux vector is defined as

Tgu; = P (2171 — Zﬂl> : (2.366)

Similar to species transport, this sub-filter correlation is modeled in both RANS and LES closures with
the gradient transport approximation

07
8:1:17

7—Zuj ~ _ﬁDt (2'367)
where D is the turbulent mass diffusivity, modeled as pD; = p1;/Sc; where fi; is the modeled
turbulent viscosity from momentum transport and Sc; is the turbulent Schmidt number. Please see the
Fuego theory manual for further details. The molecular mass diffusivity is then expressed similarly as
pD = p1/Sc so that the final modeled form of the filtered mixture fraction transport equation is

opZ  opu;Z 0 w07
—_ — — 4+ — 368
ot * ox; ox; [(SC + Sc: / Ox; (2:368)
In integral form as used in Fuego, the mixture fraction transport equation is
(9pZ 07
d zZ T ; dS. 36
T V+/pu n;dS = /( Sct) 8xln S (2.369)

2.10.5. Filtered Scalar Variance

2.10.5.1. RANS Model

For R ANS-based turbulence closures, a transport equation is solved for the~ filtered scalar variance, Z".
This equation can be derived by subtracting Equation 2.365 multiplied by Z from the filter of the
multiple of Equation 2.364 and Z, yielding

052" & [ = 8 /——\ d 577 P 87
i = . 7N oQgn2_— D
% B (p1:2”) B2 (7™ + = (”D a%; ) T (” axz)
——0Z 8Z" BZ"

where the filtered mixture fraction variance is defined as Z"? = Z? — Z2.

All five terms on the RHS of Equation 2.370 require closure models. The first term represents turbulent
transport of mixture fraction variance, and is modeled by a gradient-transport assumption as

ﬁa/Z\'E

_ " Z//2 ~ . !
pu; Se, oz, (2371)
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The second and third terms on the RHS of Equation 2.370 taken together represent molecular diffusion
of mixture fraction variance, and is typically neglected with respect to turbulent transport for
sufficiently high Reynolds numbers. Its effects are included here with another gradient-transport
assumption of the form

) YA 0 827 o ( uoz"
12 ~ —
ox; (pD Ox; ) b Ox; (pDax) ox; (SC ox; ) ’ (2:372)

The fourth and fifth terms on the RHS of Equation 2.370 represent production and dissipation of
mixture fraction variance, respectively. The production term is similarly modeled with a gradient

transport assumption as

9z e 0Z 8Z
—2pulZ" — ~ 2 — ; ,
Pl o0x; Sc; Oz; Ox; (2:373)

The mixture fraction variance dissipation rate term is equal to the perturbation scalar dissipation rate,

aZ// 82// -
2pD . or. — PXp (2374)

)

previously defined in Equation 2.355 and modeled in Equation 2.356. An identical treatment of this term
is used here.

The final modeled form of the filtered scalar variance transport equation for RANS turbulence closure
models is
8527 0 ;== 97" 87 07
cdMS (ﬁuiZ "2> = £ gt gt — PXp- (2.375)
SCt 8@ 8@

ot o ox; |\Sc ' Sc,) Oz,

2.10.5.2. LES Model

—_—

For LES turbulence closures, the filtered scalar variance Z”* can be modeled with the scaling law [54]
07 07
8xi a.IZ ’

where A is a length scale corresponding to the grid filter size and Cy is a model coefficient. For the £%°
closure and the non-dynamic Smagorinsky closure, Cy- has a fixed value of 0.5. For the dynamic
Smagorinsky LES closure, C'y can be dynamically calculated based on the local instantaneous

flowfield.

57"~ Oy pA? (2.376)

To dynamically evaluate the filtered scalar variance model coefficient, begin by defining the grid
filter-scale correlation

T = pZ" (2:377)
= pZ*—pZ’ (2.378)
B
— (pz
= pZ?— %- (2.379)
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Similarly, define an equivalent correlation at a larger test-filter scale

—\ 2
= (PZ>
Ty = pZ? — ~—4—. (2.380)
p

Now, define the quantity L z»2 as a combination of these two correlations which reduces to an
expression that can be evaluated in closed form,

LZ//2 = Tzu2 — ’7{272 (2,381)
—=\ 2
— (07
= pZQ ——. (2382)
P

By modeling the two correlations in Equation 2.381 and equating them to Equation 2.382, the model
coefhicient C'y can be dynamically evaluated. The correlations at the two filter scales are modeled
analogously as

~\ 2
0z
T2 ~ CVﬁA2 ( > (2’383>

3301»

o (pZ
Ox; /6

where A is the characteristic test filter length scale and C'y is assumed to be the same at both scales.

2

TZ”Q ~ CV ﬁAQ

(2384)

Notice that when the modeled forms of 742 and T’z are inserted into Equation 2.381, Cy appears
inside a test filtering operation. Formally solving this system of equations for C'y requires the expensive
solution of an additional set of coupled integro-differential equations [57]. Alternatively, it is common
practice to remove C'y from the test filter with the assumption that it is varying slowly over distances on
the order of the test filter size. This greatly simplifies calculations, although it can result in non-physical

oscillations in the modeled value for Cy . The square of the error involved in this approximation is
Q = (LZHQ - CvMZNZ)Q, where

—=\ 2
—  (p2)
Ly pLe — T (2.385)

A
= o 2
o (pZ o[ 0Z
oz, ( P ) pPA (3:@) ) (2.386)

Minimizing this error in a least-squares fashion with respect to C'y yields an expression for the modeled
coefhicient,

2

P

MZ//2 o ﬁAQ

LZ//Q Mzu2
MZ//2 MZ//2 ’

that can be used directly in Equation 2.376 for the filtered scalar variance.

Cy (2.387)
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Due to the above simplifications, the model coefficient Cy can sometimes fluctuate wildly, possibly
leading to numerical instabilities. A common solution to control these oscillations, and the one that is
taken here, is to pass the numerator and denominator of Equation 2.387 through a test filter, yielding

LZ//2 MZ//2

Cy = ———.
MZ//?MZ//2

(2.388)

This can be crudely justified by recognizing that Cy was already assumed to vary slowly over distances
equal to the test filter size, so that this filtering operation is simply enforcing that assumption.

2.10.6. Generating Flamelet Libraries with Spitfire
2.10.6.1. Introduction

Spitfire is a Python-C++ code used to solve low-dimensional combustion problems as a preprocessing
step in building tabulated chemistry models for turbulent, sooting fires. In tabulated chemistry models
we constrain the thermochemical state space to a manifold over a small number of reaction variables
which are often conserved scalars. There are two essential steps in building a tabulated chemistry model.
First, solve representative problems such as perfectly stirred reactors or nonpremixed flamelet models,
often performing continuation over parameters such as residence times, scalar dissipation rates, or heat
loss parameters. Second, use the solution data to build a property reconstruction model with either
structured interpolation tables or unstructured regression models (e.g., artificial neural networks).
Currently Spitfire solves nonpremixed flamelet equations over parameters of interest and forms the data
into a structured table, after which the Tabular Props application is used to build multidimensional
B-spline representations of properties which may be queried during a simulation by Fuego.

2.10.6.2. User Interfaces

There are two ways for a user to build a flamelet library with Spitfire. The simplest interface, likely
sufficient for most users, works through a simple YAML-style input file, which can be passed to generate
any of a set of ‘standard’ tables. Section 2.10.6.3 shows several examples of the YAML interface.

The second interface, recommended for developers and advanced users, involves the use of Python. At
the cost of a little bit of Python programming, this interface offers extensibility, generality, and more
precise control than the input file interface. For instance, one can define arbitrarily-complex post
processors for tabulated properties, which would enable straightforward parameter studies in soot
modeling, for instance. Another examplary use of the Python interface is to generate nonadiabatic
flamelet libraries with quasisteady heat loss (a core Spitfire regression test, actually) instead of the
transient heat loss allowed by the input file interface. The conda package manager may be used to
facilitate installation of Spitfire’s external Python and C++ dependencies, as described in the
SpitfireCore project in the Spitfire repository group at
https://cee-gitlab.sandia.gov/spitfirecodes. Documentation and examples of the
Python interface may be found there as well.
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2.10.6.3. Using the YAML Interface

On the CEE LAN the YAML interface to Spitfire has been sandboxed into a standalone executable.
This removes the need for users to maintain a Python interpreter with Spitfire installed or manage
runtime dependencies with paths and environment variables. This reduces the required input down to
a chemical mechanism data file in Cantera XML format and an input file for Spitfire. A flamelet library
may be generated with the following commands. First, load the sierra module to make the Tabular
Props application available. Next, run the standalone generate executable on the input . yaml input
file. The -n 8 argument tells Spitfire to use eight cores wherever possible. The -t flag tells Spitfire to
run Tabular Props on its output, meaning that after Tabular Props completes a library file will be ready
for immediate use with Fuego. Next we discuss the required chemical mechanism data file and show
some examples, spanning a simple mixing library to a nonadiabatic, turbulent strained laminar flamelet
with soot source terms and radiation sources.

$ module load sierra

$ /usr/netpub/mahanse/spitfire_table/generate -i input.yaml -n 8 -t

Before showing some examples, we note the “parse-only” mode, which only parses the YAML input file
and dumps a comprehensive version with all defaults included. This is helpful when learning how to
specify new parameters or examining defaults that are implicitly set.

$ /usr/netpub/mahanse/spitfire_table/generate -i input.yaml -p

2.10.6.4. Chemical Mechanism Data

Spitfire uses the Cantera code to manage the specification of thermodynamic (species heat capacities),
transport (viscosity model parameters) and kinetic rate parameters. This data must be provided in
Cantera’s XML format. A number of chemical mechanism files are provided in the Spitfire code
repositories, and the standalone executable provides several useful mechanism data files listed in
Table 2.10-1. Many mechanisms of interest for fire scenarios are available online from various sources,
and Cantera provides thorough online resources for building mechanism files from scratch if desired.

Table 2.10-1.. Chemical mechanism data packaged into the stan-
dalone Spitfire executable

XML Fuel Reference

heptane_LiuEtAl.xml  heptane Liuetal. (2004)
ethylene_USC.xml ethylene  Wang et al. (2007) (USC-mech)
ethylene_LuoEtAl.xml ethylene Luo etal. (2012) (reduced USC-mech)
methane_GRI30.xml methane GRI-3.0
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2.10.6.5. Simple Mixing Library

The following input is as simple as it gets, which may be used for a mixture of air and n-heptane that is
not reacting (e.g., cold flow). First, the chemistry-type of the mixture fraction model is specified.
This must be one of unreacted (pure mixing), Burke-Schumann (idealized combustion),
equilibrium (infinitely fast chemistry), or SLFM (strained laminar flamelet library). Next, the Cantera
mechanism data file is specified (using the pre-packaged n-heptane mechanism). Following that, the
mass fractions and temperature of the oxidizer and fuel streams are given. The mass fractions may be
specified in any acceptable format for Cantera, but a comma-separated list as shown here is often the
most convenient option.

mixture-fraction-model:
chemistry-type: unreacted
cantera:
xml: heptane_LiuEtAl.zxml
oxidizer:
temperature: 300
mass -fractions: ’N2:0.767,02:0.233°
fuel:
temperature: 300
mass -fractions: ’2NXC7H16:1°

This input will produce a flamelet library with the following properties: temperature, viscosity, density,
and isobaric heat capacity of the mixture. By default, Spitfire will write output to the
spitfire_output directory (set with output-directory), all intermediate data will be saved (set
with save-intermediate-data), and the table for Fuego will be named table_for_fuego.hb
(set with fuego-table-file-name). If defaults are unclear or you want to know what else could be
specified, you can run Spitfire in parse-only mode to see a comprehensive summary of the expanded
input file with all defaults and options. Another option is to generate a table and check the output
directory for the file named complete_spitfire_input.yaml, which contains the same
information as the parse-only mode produces.

2.10.6.6. Simple Equilibrium Library

There are a number of default parameters left unspecified in this first example. Among the most
important are the pressure (defaults to 101325 Pa), heat-loss-type (defaults to adiabatic), and
turbulence-type (defaults to laminar). For instance, to generate the data for an equilibrium
chemistry model at two atmospheres, one could change the chemistry-type and directly set the
pressure. In addition to the properties that are always tabulated, it may be interesting to visualize mass
fractions of certain species in the Fuego simulation. They may be added as shown below.

For equilibrium chemistry it may be important to set details of the grid in the mixture fraction
dimension. In the adjacent example the number of grid points is set to 96 (overwriting the default of 32)
and details of the automatic grid clustering are specified. Spitfire uses a grid clustered around the
stoichiometric mixture fraction by default (leave grid-cluster-point unspecified or specify
stoichiometric to accomplish this). The default value of the grid-cluster-intensityis 4, and
increasing this number leads to a more tightly clustered grid. In cases where a uniform grid is preferred,
simply set the grid-type to uniform.

105



mixture-fraction-model:
chemistry-type: equilibrium

mixture-fraction-model: pressure: 202550

chemistr type: equilibrium cantera:
Yisrype: =4 xml: heptane_LiuEtAl.zxml
pressure: 202650 L.
oxidizer:
cantenas temperature: 300
an ¢ uspuzne Livkkil, sl mass-fractions: ’N2:0.767,02:0.233°
oxidizer:

fuel:
temperature: 485
mass-fractions: ’NXC7H16:1°
tabulated -quantities:
mass-fractions:
- OH
- C2H2
mixture-fraction:
grid-points: 96
grid-type: clustered
grid-cluster -intensity: 6
grid-cluster -point: 0.1

temperature: 300
mass-fractions: ’N2:0.767,02:0.233?
fuel:
temperature: 485
mass -fractions: ’>NXC7H16:1°
tabulated-quantities:
mass -fractions:
- 0OH
- C2H2

2.10.6.7. Laminar, Adiabatic SLFM Library

To generate a strained laminar flamelet model, the only required change from the simpler examples is
that the chemistry type be set to SLFM. However, we often prefer to specify the number and
distribution of grid points in the mixture fraction and dissipation rate dimensions. For more
information, run Spitfire in parse-only mode with -p to see an expanded input file.

mixture-fraction-model:

chemistry-type: SLFM
heat -loss-type: adiabatic
turbulence-type: laminar
cantera:

xml: heptane_LiuEtAl.zxml
oxidizer:

temperature: 300

mass-fractions: ’N2:0.767,02:0.233°
fuel:

temperature: 485

mass -fractions: ’NXC7H16:1°
mixture-fraction:

grid-points: 96
scalar-dissipation-rate:

grid-points: 36

2.10.6.8. Turbulent, Nonadiabatic SLFM Library

In this final demonstration we incorporate heat loss, radiation and soot source terms, and a presumed
PDF model for turbulence-chemistry interaction. For more information on parameter settings, run
Spitfire in parse-only mode with -p to see an expanded input file.
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mixture-fraction-model:
chemistry-type: SLFM
heat -loss-type: nonadiabatic-defect
turbulence-type: turbulent
presumed -PDF:
PDF-type: ClipGauss
integrator-type: GaussKronrod
scaled-scalar -variance:
grid-points: 32
mean-mixture-fraction:
grid-points: 32
mean-scalar-dissipation-rate:
grid-points: 32
mean-stoichiometric-enthalpy-defect:
grid-points: 32
minimize -convolution-time: False
cantera:
xml: heptane_LiuEtAl.zxml
oxidizer:
temperature: 300
mass-fractions: °’N2:0.767,02:0.233”°
fuel:
temperature: 485
mass -fractions: ’NXC7H16:1°
mixture-fraction:
grid-points: 96
scalar-dissipation-rate:
grid-points: 36
min: 1.e-3
max: 1.e2
reference: stoichiometric
stoichiometric-enthalpy-defect:
grid-points: 36
tabulated -quantities:
include-radiation: True
soot -model: Aksit-Moss

2.11. TURBULENT REACTING MIXING MODELS

In a reacting flow it is sometimes necessary to limit the finite-rate chemistry reaction when it occurs in
regions of high turbulence. In this case, turbulent mixing of the reactants limits the finite-rate (laminar)
chemical reaction, the time scale of which can be calculated as

_ Zizl i
te = NRW (2389)
i=1 dt
where Ny, is the number of reactions, Ny is the number of species in the reaction, and Y; represents the
concentration of species 7. The denominator in Equation 2.389 is the production rate of species 7.

2.11.1. Modified EDC Model (PARENTE)

One such model, named here as the PARENTE model, is adopted from [58] which derives explicit
dependencies between the EDC model coefficients and the turbulent Reynolds (Re;) and Damkahler
(Da) dimensionless numbers. This model is based on EDC and is used to modifty the chemistry
reactions prescribed in the gas phase. The PARENTE turbulent reacting mixing model can can be used
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in addition to or in lieu of the built-in EDC turbulent combustion model found in Section 2.9. The
current model is described as

1
Da = max (min (t_ \/Z 10> ,1x 10*10> (2.390)
V€

/{32
Rey = — (2.391)
Ve
C, = min o ,2.1377 (2.392)
Da(Re; + 1)
C, = max <min <C’2 Da(Re; + 1), 5.0) ,0.4082> (2.393)
Ve\ 1
= C, (ﬁ) (2.394)

14
"= CT\/E (2.395)

where k represents the turbulent kinetic energy, € is the turbulent dissipation and v is the kinematic
viscosity of the gas. The constants C'; and C can be specified by the user, but default to C'; = 0.05774
and Cy = 0.5. The modified reaction time scale, 7* is used to solve the reaction equation from time ¢"
to t"*". Following this calculation, the reaction source terms for species (S3-;) and enthalpy (S};) can
be computed. These computed sources are further scaled via the multiplication of a coefficient £ which

is calculated as
1, ify, > 1
/{; — e
max <min (Llez, 1) ,O) , otherwise
1=

where e; = e2 = 3.0 in our implementation of the model. Following the evaluation of x, the final
source terms for species and enthalpy can be calculated as

Sy, = kS5 (2396)
Sy = kS (2397)

respectively.

2.12. SOOT GENERATION MODEL FOR
MULTICOMPONENT COMBUSTION

Soot is an important contributor to radiative exchange within a fire and between a fire and its
surroundings. Soot production, destruction and transport at flame scales are still active areas of research,
with important chemical/physical processes not understood from a fundamental physics point of view.
Basically, soot particles are carbon-rich solid particles generated in regions of excess pyrolyzate, such as
on the rich side of a diffusion flame. Unagglomerated soot particles have characteristic dimensions in
the range 0.01-0.05 pum (Zukoski [59]).
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The main purpose of the soot model is for the calculation of the absorption coefficient in the radiant energy
transfer equation. For the current implementation we employ the soot model implemented in the
KAMELEON code because it has been used for large turbulent fire calculations with participating
media radiation. The model is discussed in Magnussen et al. [41] and Magnussen and Hjertager [60] It
is a two-step formulation, first described by Tesner et al. [61]. The model for generation and
combustion of soot can be summarized by three principal steps: 1) particle nucleation, where the first
solid soot particles (often called radical nuclei) are created as a result of fuel oxidation and pyrolysis, 2)
particle growth, whereby the soot particle size increases due to the addition of material which is
primarily carbon (10-20% mole fraction hydrogen) through a series of reactions and coagulation, 3)
particle oxidation, where soot particles are burned. Additional information is provided in the overview
by Haynes and Wagner [62].

Since the soot model is primarily directed at closing emission/absorption terms in the radiative transfer
equation, engineering approximations are made with respect to its inclusion in the Navier Stokes
equations. Specifically, heats of reaction associated with formation and destruction are not accounted
for in the heat balance, and the mass concentrations of soot and radical nuclei are not included in the
species mass balances; they are treated as tracers. The model has a significant amount of empiricism
associated with it, necessitated by the extreme length scale range of soot processes, its complexity, and
the degree to which many processes have yet to be quantified from a first principles perspective. The
model choice can be considered to be a pragmatic one based on its prior use in fire calculations.

The present model has been constructed to fit into the same framework as the conceptual model for
turbulent combustion outlined in the theory section for the EDC model. In the following subsections,
the basic mechanisms of soot formation and destruction are presented. These processes occur on a scale
smaller than can be resolved numerically, therefore the following subsections present the basic approach
to the subgrid modeling of the elementary mechanisms, suitable for use in a numerical model.

2.12.1. EDC Soot Model

It is important to note that the processes of turbulent soot formation and combustion occur on a scale
smaller than can be resolved in a numerical approximation. Thus, the averaged governing equations to
be solved numerically must be supplemented with subgrid models to account for these subgrid
processes. The conceptual model for subgrid turbulent soot generation and combustion is consistent
with the two-zone, turbulent, gas-phase, combustion model presented in the last section (see also
Holen [50]). One zone is the flame zone (flame structure) and the other is the surrounding zone.

Soot reactions tend to be slower than gas phase hydrocarbon chemistry. Therefore, the infinitely fast
chemistry limit used for the gas phase chemistry is not employed for soot. The current model assumes
that the formation and combustion rates are long compared to turbulent mixing rates at flame scales. A
steady-state, steady-flow assumption is used in the formulation between the production/destruction
rates and the turbulent mixing rates to obtain the soot mass fraction in the flame zone in an algebraic
manner (avoiding solution of stiff ordinary differential rate equations).
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2.12.1.1. Criteria for Soot and Radical Nuclei Formation

To start, the first level criteria for formation of soot are

Yprod > Yizm and X > 0 and T > ﬂimv (2‘398)

where Y),.o4 denotes the mass fraction of products, Y};,,, and Tj;, are minimum values of product mass
fraction and surrounding temperatures allowing soot generation, and vy is the volume fraction of the
reaction zone of the current cell. If these conditions are met, then the first step is to determine how
much carbon is available over and above what may potentially react with oxygen to produce CO, via
the 2-step reaction postulated in the chemistry model (see Section 2.9). So, first form the elemental mass
fraction of excess (over what may potentially form CO;) carbon in each species,

e AW
fei = max {0, (Yf - EWZYP)] : (2.399)

where Y, is the mass fraction of carbon in species 7, and Y:© the mass fraction of elemental oxygen in
species 7. For example, for CO (carbon monoxide), Y5, = 12/ (12 + 16), etc. Also, for CO,, the
excess fraction f. ..o = 0, while for any species containing oxygen but no carbon, the formula for the
excess fraction is constructed to give zero. Hence, the fraction is non-zero only for species containing
carbon but excluding carbon dioxide; i.e., the fuel and carbon monoxide species will have non-zero
excess carbon fraction. With the 2-step reaction process being considered, the CO can be considered a
fuel in the second reaction, in which CO and Hj are oxidized if enough oxygen in available after the first
reaction. Thus, the computed carbon fraction, f.;, is collectively the available carbon in the “fuel species’,
comprised of the actual CHNO fuel and CO, and will be zero for other species (compounds). Note that
this fraction excludes the carbon in the species that can potentially form COs via oxidation with the
oxygen present in the species itself.

Now, the mass fraction of carbon potentially available to produce soot can be computed for the
surrounding and flame zones from the following,

Yo =D fei¥?  Ylu=D fuV (2.400)

Again, these mass fractions represent the potentially available carbon in the fuels, separated into flame
zone and surroundings, for formation of soot. The average mass fraction of soot-producing-carbon is,

Y*C*)S = (FYX) }/c:s + (1 - 7X> )/;:s' (2-401)

Now we must compare the amount of oxidant (not counting oxidant present in the fuel compound)
actually available for burning these fuels to produce COs; any excess carbon is available to produce
additional soot and radical nuclei. The amount of oxygen required to react with 4/l of the available
soot-producing-carbon ( Y,_, s, which already excludes the oxygen present in the fuel compound) to
produce COx is

Wo
We
Now, if we can compare this to how much oxygen is actually available, we can decide how much excess
carbon is available to produce soot and radical nuclei. Thus the fraction (molar ratio) of excess carbon

YOg,ma:p =2 } S (2"402')
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for producing soot is determined by subtracting off the amount that will go to stoichiometrically react
with the available oxygen to ultimately produce CO in the two-step reaction,

& = Yoos/We=Yo,/Wo, _ = Yo, _ 0 (1 i) ) (2.403)

- )
Y;_;s/WC YOg,maz YO‘z,man

where the last expression is the computational implementation, to take care of “lean” conditions where
there is excess oxidizer, and which will result in zero mole fraction of carbon to produce soot.

In other words, it is assumed that for a given fraction of existing soot that gets mixed by turbulence into
a flame zone, a fraction &, will contribute to the growth of soot in the flame zone, while the balance,

(1 — &) will be consumed in the production of COs. Implicit in this assumption is that soot entering a
flame will be consumed in proportion to the oxygen present. Therefore in fuel lean regions, soot
entering flame zones will be preferentially destroyed.

Now we are in a position to determine whether soot and radical nuclei can be formed under present
conditions. They will form if
ch%s > Y;oot Xc,soot > O (2-404)

The first inequality in Equation 2.404 asserts that the available potential-soot-producing carbon in the
fuel must exceed the present amount of soot before enabling generation of additional soot. The
construction of Y,_, ; sums the total potential soot-producing-carbon, without distinguishing whether
the carbon exists as soot or fuel. The second requires enough carbon to exceed the requirements for the
combustion reaction; i.e., soot will only be formed under fuel rich conditions.

2.12.1.2. Soot Formation and Termination Models

In general, soot may be considered to be generated in both the reaction zone and in the surrounding
zone. This was the assumption invoked in KAMELEON-II (Holen, et al. [50]). As we shall see, in the
present implementation for multicomponent species problems, formation/destruction is assumed to
take place only in the surrounding fluid. The mass fraction of fuel in the reaction zone is assumed to be
proportional to the mass fraction *, and the reacting fraction of the fuel in the reaction zone, x. The
total rate of radical nuclei formation and destruction is given by a volume averaged sum of the
formation within the reaction zone and the surrounding zone.

Assuming the conditions in Equation 2.404 are met, the rates of formation can be computed. The
following models for soot formation and termination were originally described by Tesner et al. [61] and
have been subsequently modified by Magnussen and co-workers. The elementary mechanisms (subgrid
models for the fire code application) of formation and destruction of radical nuclei was described by
Tesner et al. [61] in the form,

R,=ng+ (f —g)n— goNn [particles/s - mg] : (2.405)

where ng is the spontaneous origination rate of radical nuclei in particles/(s-m?) (due to fuel oxidation

and fuel pyrolysis), f is the linear branching coefficient (whereby radical nuclei react to create additional
radical nuclei), g is the linear termination coefficient (where radical nuclei combine with existing radical
nuclei), n is the concentration of radical nuclei in particles/m?, gy is the linear coefficient of termination
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on soot particles (where radical nuclei combine with existing soot particles), and N is the particle
concentration of soot particles (assumed to be spherical with uniform diameter d,,) in particles/m®. The
spontaneous origination rate of radical nuclei was given by Tesner as

E
ng = 1.08a0pY fyer €xp <_ﬁ> . (2.406)

The rate of soot particle formation and destruction was given by Tesner et al. as,
Ryj=(a—bN)n [particles/s — m3] , (2.407)

The parameters appearing in the foregoing, as determined® by Tesner et al. [61] and Holen, et al. [so],
are given in Table 2.12-1 Tesner et al. [63] provide additional data for various hydrocarbons.

Table 2.12-1.. Soot model parameters (Tesner et al.(1971); Holen, et al.(1994))

a f —4g Jo b E/R Psoot Qo dp
[1/s] | [1/s] | [em®/part —s] | [em®/part —s] | [K] | [g/cm’] | [part/g — s [em]
10° 102 10~ 8 x 107° 9 x 10* 2.0 12.5 x 1033 | 17.85 x 10~

The elementary formation/destruction models of Tesner have been modified by Magnussen et al.
(Holen, et al. [50]) for application to multicomponent fire simulation problems. First, for
implementation into a computer program, transport equations for two field variables, radical nuclei
and soot concentrations, are needed. For computational reasons, it is convenient to write all transport
equations in a standard form,

dpo 0¢
de—F /pu]gandS = /Aa—%anS—Fde), (2408)

written for the arbitrary scalar field, ¢, which will have units of intensity per unit mass (or be
dimensionless, such as a mass fraction). Thus the computational variables for the soot model are,
respectively, the radical nuclei concentration and soot mass fraction,

CSOO
5= = and Yoot = d (2.409)
P p
where Cj,0¢ denotes the mass concentration of soot (kg/m?). In terms of these variables, the

spontaneous origination of radical nuclei, as modified by Magnussen et al., is determined from,
85 = 1.08ag (Y2, — Yaout) b (2,41
o = L.Uoap (¥ ., soot ) EXP BT ) 2.410
B3 = 1.08ag (Y2, — Yaoor) b (4m0)
o — L.UoGp \ ¥ ._,¢ soot ) €EXP RT* )’ 2.411

*In practice, the variables a and b are scaled (multiplied) by 10'® while ay is scaled (divided) by 106 thereby effectively

reducing the nuclei concentration by this amount.
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in units of part/kg-sec, which, when compared to Tesner’s form, is seen to have been written in terms of
the excess soot-producing carbon, rather than simply being proportional to the fuel concentration, of
which only a fraction is available to produce radical nuclei and soot. Similarly, the linear branching and
termination reactions for radical nuclei can be written in the form,

.7O’L —g,mo o o o R(T)L —

,fp(;q, 4 _ max 0, f)(f —g) B° = max (0, f2) %7 (2.412)
Ry mo ) ) R,
L0 max (0,£7) ( = 9) 67 = max (0, £7) =22, (2.413)

where the scale factors are defined by,

o *
o __ (Yc—>s B Ysoot) d * (Yc—>s _ Ysoot)
fc - Yo an fc - Y* ) (2’414‘)
c—S c—S
and represent the fraction of soot-producing carbon available in the surroundings and flame zone,
respectively. The present formulation reduces the rates by the fraction of soot-producing carbon over
and above that which is already present as soot, represented by the last terms in each equation. In
contrast, the bilinear termination term for generation of soot is indirectly modified through the soot
mass fraction, which is similarly modified (as will be shown shortly). Therefore, the termination term

can simply be expressed in terms of the computational variables as,

R* *\/ % RO oy o
”;90 = qo p soot 6* and n(;go =gy P soot BO7 (2“415)
P mp P My

in which the soot particle concentration has been expressed in terms of the soot mass fraction and an
average mass of a soot particle, m,, (kg),

(PYzo0t) 4 (d,)\’
N = Tp and MWip = psootgﬂ gp (2.416)
o) b O o
m, = Ep ch%s? (2'-417)
* b * *
Mp=_p s (2.418)

See Table 2.12-1 for data used in these equations. The generation/destruction term for soot are also
modified via the scale factors,

R:oot,fo:m,mod _ f:mp (a . b(p* siot)) ﬁ* — fc*mp :oot;fo’f‘m’ (2419)
p m, p
RO t d o <poyo ) o o RO t
S00 ,];)C;r'm,mo _ fc mp a—b msoot /8 = fc mp S00 ;form ‘ (2.420)
P

to be used in the elementary source expression for the flame zone and surroundings.
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The production/destruction of soot in the reaction zone should approach zero for Y, , — Y., _, since
production should cease when the amount of soot equals the maximum available
soot-producing-carbon in the reaction zone. This is easier to see by substituting this form into the
production term,
* 3

R TS = 20 0V — Vi) B (2420)
This term vanishes when the soot mass fraction equals the maximum carbon mass fraction, by virtue of
its construction. However, this form is clearly not the form suggested by Tesner [61], the scaling factor
notwithstanding.

2.12.1.3. Soot Combustion Model

The soot combustion model assumes that soot is destroyed in the flame zone based on two factors 1) the
rate at which it is mixed into the flame zone, and 2)) that there is sufficient oxygen to consume it. The
mixing rate is the same as in Equation 2.286 (in the gas phase combustion model section) where the
species Y}, are treated as follows: In the cell, the fraction of soot that will burn up in the flame zone is

(1 — &.)Ys00t- In the flame zone, this mass is converted to COs, so its mass fraction in the flame zone is
zero. The radical nuclei concentration is treated similarly. Therefore,

Rn,comb - (1 - gc) % < X )
— = = X3,

_ (2.422)
1 —7x

p TT' €s

Rsoot,comb [ (1 B gc) Y;oot TX
— = X3- (2.423)
1% Tres 1 - TX

It is convenient to define a new timescale,

1— Tres
Ty = % (2.424)
X3

2.12.1.4. Calculating Properties of the Reaction Zone

The foregoing models for soot and radical nuclei contain properties corresponding to the flame zone
and surroundings. This section discusses the method employed by Magnussen et al. to compute these
properties. The flame zone properties are computed by assuming local equilibrium mass transfer due to
turbulent mixing between the reaction zone and surroundings. In other words, the production and
combustion rates are sufficiently slow that the mass concentrations in the flame zone come to an
equilibrium state with the surroundings via the turbulent mixing rate. This equilibrium rate is assumed
to instantaneously adjust to the new cell conditions at every time step.

For this steady-state, steady flow approximation, a balance equation can be written for both nucleate
particles and soot mass fraction for the flame zone. In words, the radical nuclei concentration (or soot
mass fraction) mixed into the flame zone minus the radical nuclei concentration (or soot mass fraction)
mixed out of the flame zone plus the production of radical nuclei (or soot) minus the combustion of
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radical nuclei (or soot) equals zero. Note that the combustion rates given above are equal to the mixing
rates times the fraction of radical nuclei concentration (or soot mass fraction) able to combustion. So
the difference in these terms is equal to the soot production rates or,

(6* - gcﬁ)

f* R* B R*
S R = (2.425)
Th p P
(Ys*oot _chszoot> _ f:m; :oopt,*form . (2.426)
Solution of these two algebraic equations with two unknowns gives, 8* and Y}, ,, the radical nuclei and

soot concentrations in the flame zone, respectively. Note that the formation/destruction terms are of a
bilinear form in the soot and radical nuclei concentrations. Thus, to compute the flame zone values of
radical nuclei and soot mass fractions requires the simultaneous solution of this 2 X 2 system of
equations. In particular, substituting for these terms from the formula given above, Equation 2.426 can
be solved for Y7 , using Equation 2.421. The result is that the mass fraction of soot in the flame zone in
terms of the radical nuclei concentration.

. & Yopor + Thfc*bp*YC:sﬁ*

Y = .
soot 1+ Thf:bp*ﬁ* (2 427)
Equation 2.427 can be used in Equation 2.425 to form a quadratic equation for 37,
tildea, (8*)* + by + tildec, = 0, (2.428)
where,
as = fomp® (@b + mhago), (2.429)
7 cY;oo *
b = G | Sy | (2.430)
_ *Y*
ap c—S
éS - _A7 (2'4‘31)
A = &P+l (2.432)
@ = 1-m(f—9)fl (2.433)

The solution is the negative root of the quadratic, here written in a computationally appropriate
form,

. —2¢C,
B = - = (2.434)
bs + 1/ b2 — 44,8,
In the limit where
Y::)ot — Y:—)s (2‘435)

then the soot mass fraction becomes static and the radical nuclei concentration can be solved for
directly. The result is

_ EP + b
L+m (—f(f—9)+ %)
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2.12.1.5. Calculating Properties of the Surroundings

Having computed the properties of the reaction zone, the properties for the surroundings are calculated
from the definition of the cell (average) values,

s B — s

= (2.437)
1 —7x
o ¥ st — ’YXYs*oo

soot : L. (2.438)

I —x

. , . 2 x 168

B° = min | 5°, T (2.439)

Note that there is an upper bound to the number of nucleate particles based on a so percent dense
mixture given they are monodisperse at the size given in Table 2.12-1 with mass given by

4 (d,)\°
m:psootgﬂ- (?p) * (2‘-440)

Now we are in a position to specify the transport equations and source terms for the soot model.

2.12.2. Transport Equations and Source Terms

Two transport equations for radical nuclei and soot mass fractions need be solved,

Ipp pess OB
de + /pﬁujanS = / oy a—x]njds—f— /pSndV, (2.441)
0 Y;oo e Y;oo
/ P th_" /pY:sootujnde = / Ma tnjds_l_ //Ossooth (2‘-442')
ot Oy 833j

In general, the source term, in particles/kg-sec, for radical nuclei is given by,

R* R oo
Sn =X ( n’foprfl e - n;fmb> + (1 =) 7”’]{‘;:1 — (2.443)
where the form of the net formation/destruction source terms is,
» 27 Orm,mod o o o a}/sooo o
! =B+ (f-9)8 maX(Oafc>_90Fotﬁ . (2.444)
p c—S

For each of the reaction and surrounding zones, the (production ndestruction) of radical nuclei in the
flame zone is given by the mixing balance, or

i :L orm Rv*l com 6* - 5
< form _ —n b) = ( ) : (2.445)
P P Th
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Substituting gives,

/8* B ﬂ o o o aYS?)O o
Sn =YX + (L—x) | B+ (f —9) B°max (0, f5) — go2B° ), (2.446)
Th bY;:—m
The general source term for soot (1/sec) is given by
R:OO orm,mo R:OO com RZOO orm,mo
Ssoot = mpyX ( td;)* mod _ pt; b) + (1 - 7X> my t7fpo o (2"447)

The (production-destruction) of soot in the flame zone is likewise given by the mixing balance, or

) [ Hiootgorm oot | _ (@) ‘ (2.448)
p P T

Substituting gives,
Yst)o B }/:5’00 o o o o o
SSOOt =7X < . - t) + (1 - fyX) fc bp (ch%s - }/soot> ﬂ ) (2'-449>

which also follows the practice of using the scale factor and effective mass for a soot particle in the
surroundings, m, = bp°Y,2, /a.

The fact that the soot and radical nuclei concentrations are treated as tracers should be reemphasized.
This means that their concentrations in the gas mixture are assumed insignificant such that they do not
enter into calculations of density, or other properties of the mixture.

2.13. ABSORPTIVITY MODEL

The absorption coefficient submodel calculates a spectrally averaged total absorptivity value for a
homogeneous ( in thermodynamic state and composition ) mixture of gaseous CO2, HyO, and soot
particles. It should be recognized that this model does not account for either the presence of volatilized
hydrocarbon molecules nor for the spectral line broadening effects of Ny gas. The following implicit
assumptions are made:

1. Thermodynamic equilibrium between soot and gas phase.
2. Homogeneous mixture over length scale of interest ( cf. inputr)

3. Individual ( non agglomerated ) spherical soot particles with diameter much smaller than the
radiation wavelength (Rayleigh scattering).

4. Absorptivity of the soot varies inversely with radiation wavelength.
The following quantities are required:
1. Length scale indicating the optical path length of interest, L. in centimeters.
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2. Mixture temperature, T, in Kelvin.

3. Total mixture pressure, Dz, in bar.

4. Partial pressures of the CO5 and HyO gaseous components, pes2, Prao» in bar.
5. Soot volume fraction, X ..

The absorptivity model generates the following output:

* Spectrally averaged absorptivity, v, in cm ™.

The absorptivity is based on empirical correlations for the total emittance of a homogeneous, isothermal
mixture with a given optical path length. The correlations used in this model are based on empirical
data covering a range of optical path lengths, temperatures, soot concentrations and pressures:

*lem < Ly <102 cm

* 600K <T < 2400K

* 107% < Xgot <107°

+ 0.1bar < peoz, Proo < 1 bar

The absorptivity values provided by the equations in this model are accurate to within 10% - 30% of
their value with greater accuracy at higher temperatures, path lengths, and concentrations.

2.13.1. Theory

The total ( e.g. integrated over all wavelengths ) absorptivity of a homogeneous ( in composition and
temperature ) thickness L.y layer of CO4 gas, HyO gas, and soot particles may be expressed in terms of
the total emittance of the layer

1
o= ———log(1- k), (2.450)

cell
where « is the total absorptivity and & is the total emittance. The total emittance of the mixture may be
expressed in terms of the total emittance of the soot and gas phase (Siegel and Howell [10], Eq.
(13-145)),
K = Ksoot T+ Rgas — KsootRgas) (2"451)

where K00t and Ky are the total emittance of the soot and gas phase respectively as if the other phase
were not present.

To evaluate the absorptivity within a given control volume, the layer length, L., is taken to be the
geometric path length through the cell. This assumption ( cf. assumption 2 ) implies that the mixture
composition and temperature are uniform within the given cell. For convenience, the hydraulic
diameter may be used for the layer thickness (in three dimensions),

3R
Lcell =2 [Z ;:| ) (2'-4‘52')
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where V' is the cell volume. Alternatively, Tezduyar [64] proposes a more expensive length scale for

finite element grids,
Leen = 25 - (Z ngz) , (2.453)

where, Ly is the path length through the element in direction 3, and ¢; is the finite element basis.

2.13.2. Emittance Model

The KAMELEON fire code ( Holen, et al. [s0] ) employs the work of Felske and Tien [65] to provide
the emittance of a mixture of CO,, HyO, and soot particles. Assuming the absorptivity of the soot
phase varies inversely with wavelength (Rayleigh scattering theory), a closed form expression may be
obtained for the total emittance of the soot phase,

15 Xsoot D Lee
v [1 u] : (2.454)

Rsoot = 1 - A
Cy

where, X o0t is the soot volume fraction, 7" is the temperature, Cy = 0.01438769 m-K is the second
Planck constant, and ¢ = 7.0 ( Felske and Charalampopoulos [66] suggest ¢ = 5.0 ). The pentagamma
function W (z) is given by Abramowitz and Stegun [67],

(n) drt! T
VW (2) = g log [l (2)] = (=1) 0 ——dt, n=1,23,... (2.455)

Equation 2.455 may be evaluated by the series expansion (Abramowitz and Stegun [67]),

T (2)=6 Z it k (2.456)

and by the seven-term asymptotic expansion,

2 3 2 1 4 3 10
By 2424 2~ 4 = 2
U (2) = AT AT gty mt T (2.457)
Equation 2.457 is accurate to within 1% of the value given by Equation 2.456 for z > 1.6 and accurate to
within 0.1% of the value given by Equation 2.456 for z > 2. A plot of the pentagamma function and the
asymptotic expansion are provided in Figure 2.13-1 for reference.

The emittance of the gas phase is given by Leckner [68]. Leckner’s model is relatively involved and
assumes that the path length, L.y, is given in centimeters, the temperature, 7', is given in Kelvin, and
the pressure, p, is given in bars. Leckner also defines a reference temperature, 7, = 273 K, and pressure,
Po = 1 bar, for reduction purposes. Two additional quantities used by Leckner are the scaled
temperature, § = 7'/1000K and the logarithm of the optical path length, A, = log; (p, Leen) where
the subscript v represents one of the species CO or HyO. These quantities are summarized in

Table 2.13-1.
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Figure 2.13-1.. Pentagamma function and asymptotic expansion

The emittance of the gas phase (cf. Equation 2.4s1) is the sum of the CO4 and H,O contributions less a
correction factor which accounts for overlap in the CO and HyO absorption bands,

Kgas = Kh2o + Keo2 — A/ﬁ (2.458)

where the species emittance at a given partial pressure and temperature is expressed in terms of a scale
emittance, K, o.

(2.459)

- ) APz + B
I{V’O—GXP( g(Amaz’ /\V))<PE+A—|—B—1 1>+1

Table 2.13-2 summarizes the quantities on the right hand side of Equation 2.459. The scale emittance,
Ku,0, for both species is given by the expressions

M
log (ko) = ag + Z ai\., (2.460)

i=1

120



Table 2.13-1.. Parameters used in Leckner’s gas phase emittance model.

Quantity Definition
Temperature units, [T Kelvin
Path length units, [ L] centimeters
Pressure units, [p] bar
Reference temperature, T, | 273 K
Reference pressure, p, 1 bar
Scaled path length, A, logo (Pv Leent)
Scaled temperature, 0 T/1000K
N
a; = Cio + Z cijﬁj, (2.461)
j=1

where the coefficients a; and ¢;; are given in Table 2.13-3 and Table 2.13-4 for CO and H5O respectively.
(Leckner provides several alternative listings for the coefficients for calculating the total emittance of

COg. The values listed in Table 2.13-3 are the values employed in the KAMELEON-II-FIRE program
(1994).)
The effect of the overlap correction factor in Equation 2.458 is relatively small so Leckner [68] employed

an approximate expression obtained from emittance data for a total pressure of 1 bar and temperatures
between 1000K and 2200K:

¢ . |
Ar = (m — 00089C10 4 (loglo [(pcoz =B ph2o) Lcell])Q 76 : (2.462,)
where, .
h2o0
T e L 2.46
Ph2o +p602 ( 4 3)

The following observations are made to clarify the range of applicability of the absorptivity submodel
specifically for hydrocarbon combustion applications. The absorptivity model does not account for the
presence of volatilized hydrocarbon molecules which may have strong absorption bands in the infrared
region. The VULCAN/KAMELEON fire code (Holen, et al. [s0]) accounts for the presence
hydrocarbon molecules by treating hydrocarbon molecules in the same manner as the CO; and H,O
product species ( cf. the partial pressure submodel ). This is a convenient although questionable
assumption which provides for a zeroth order treatment of absorption by hydrocarbon molecules.

2.14. FUEL BOUNDARY CONDITION SUBMODEL

In most cases, fires are the result of burning fuel vapor in air. Exceptions include oxygenated and
energetic materials that embody both fuel and oxidizer. The source of fuel vapor may be a gas release,
the vapor which forms over a liquid surface due to its vapor pressure, liquid fuel which is heated above
its vaporization temperature, or solid materials which are heated to the point where combustible gases
are released due to pyrolysis reactions. The purpose of this submodel is to provide the mass flux and
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Table 2.13-2.. Species-specific parameters used in Equation 2.459.

Quantity

COq

H,O

Equivalent pressure, Pr

Pr = pmix <1 +0.28

Peo2

Pmiz

)

Peo2

Pmizx

T

T

)

Maxima location, A4z

forT > 700K

forT < 700K

Amaz = logyo (13.26%)

Coefhicient, £

£ =147

£E=0.5

Coefhicient, A

A=10+0.10"1%

0 =2.145if T < 750K

Coefhicient, B

B =10.23

B =110

Table 2.13-3.. Coefficients Cij for calculating the scale total emit-
tance of CO, from Equation 2.460 and Equation 2.461, (valid for

T > 400K).
i j (N=4)
(M=3) | 0 I 2 3 4
o] -3.9781 2.7353 -1.9882 0.31054 0.0I5719
I 1.9326 -3.5932 | 3.7247 -1.4535 0.20132
2 -0.35366 | 0.61766 | -0.84207 | 0.39859 | -0.063356
3 -0.080181 | 0.31466 | -0.19973 | 0.046532 | -0.0033086

Table 2.13-4.. Coefficients Cij for calculating the scale total emit-
tance of H,O from Equation 2.460 and Equation 2.461, (valid for

T > 400K).

i j(N=2)
(M=2) | o I 3

o -2.2118 -1.1987 0.035596
I 0.85667 | 0.93048 | -0.14391
2, -0.10838 | -0.17156 | 0.045915
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temperature of fuel vapor which enters the computational domain at the boundaries. This submodel is
only required if the source of fuel is a solid or liquid since gas releases can be specified as a flow boundary
condition. Since the generation of fuel vapor from these materials involves, as a minimum, representing
thermal transport within the material including phase change, a simplified approach is taken here to
serve the basic need of present generation fire models. The development of improved, validated models
is presently underway. Present generation models are limited to liquid fuels in the form of pools (i.e., a
defined amount of fuel constrained in a pool with fixed, known geometry) and spills onto
non-absorbing substrates. (See Martinez and Hopkins [69] for a model of fuel spill in a porous
medium.) Although the form of the submodel will allow first order estimates of fire growth rates, data
acquired to date (Saito et al. [70]) tend to show that relevant flame spread mechanisms include features
which occur at lengths scales several orders of magnitude below the resolution of present grids.
Additional submodels will be therefore be required to predict flame spread with confidence. The
following quantities are required:

L. T'fyet,vap» the vaporization temperature of the fuel (K).
2. Nyg, the heat of vaporization of the fuel (KJ/kg),
3. Cyp,, the specific heat of the liquid fuel (KJ/kg-K),
4. Tyel init> the initial temperature of the liquid fuel (K),
S. Qfyel,lig» the absorptivity of the liquid fuel,
6. g the radiative heat flux incident on the fuel surface,
7. ¢ .., the convective heat flux incident on the fuel surface.
The fuel boundary condition submodel generates the following output:
+ 1", the mass flux of fuel (kg/m?>-s).

The fuel pool will be modeled as a mass of liquid that is gradually converted to vapor which in turn
enters the flow field as a distinct species. The fuel vapor generation rate is based on the incident heat flux
to the pool surface. Data for heavy hydrocarbon fuels (Gritzo, et al. [71, 72]) show the following:

* After the initial transient (which includes flame spread) the fuel burning (and hence
vaporization) rate is steady.

* Heating of the fuel is limited to the top 1.5 cm (which greatly exceeds the penetration depth for
combined thermal transport in semitransparent media).

* Fuel transport occurs within the pool due to the preservation of a fuel free surface and the
presence of a non-uniform heat flux to the fuel surface.

* The temperature at the free surface of the fuel is spatially uniform and approximately equal to
the mean of the distillation curve for multi-component fuels.

Given these observations, the present submodel includes two options for calculating the fuel
vaporization. These options are used for both pool and spill fires.
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2.14.1. Option 1: Constant, Specified Mass Flux

In this option, the output of the submodel will be specified directly by the user. Fuel will be released at
the boundaries defined by a fuel free surface. Since the burning rate is constant, the mass flux can be
considered constant. Fuel burn rate data (for example, Blinov and Khudiakov [73]) are available as a
function of pool size for a variety of fuels. This option neglects the physical process of fuel heating and
is therefore only appropriate for steady burning fires. The spatial variation of fuel vaporization is also
neglected.

2.14.2. Option 2: Mass Flux as a Function of Incident Heat Flux

Neglecting the transport of liquid fuel within the pool, the local fuel vapor mass flux is given by

m// _ leuel,liqq;«/ad + qgom
hfg + sz (Tfuel,vap - Tfuel,im‘t)

This option includes the physical process of fuel heating and is therefore appropriate as a zeroth order
estimate during fire growth. The spatial variation of fuel vaporization is also neglected.

(2.464)

Before to the surface of the fuel reaches its vaporization temperature, the KAMELEON fire code
(Holen, et al. [so0]) models the heating of the fuel in the same manner as the heating of solid surfaces.
The heat transferred into the material is determined using a linearized approximation for the
temperature distribution in the media by

pCy (Ts — T)
2

where gqp is the heat absorbed by the material, 7 is the temperature at the exposed surface of the
control volume, and 7}, is the temperature at the control volume center, h is the fuel thickness, and p
and C), are the material density and specific heats, respectively.

Qs = h (2.465)

Due to low diffusivity and high opacity of hydrocarbon fuels, the temperature gradient in the liquid
fuel develops quickly, is considerably larger than the linear approximation, and does not extend to the
lower surface of the fuel. The transient fuel heating occurs at the same short time and length scales as
flame spread. The inclusion of this feature is not suggested until a more rigorous technique for
modeling flame spread can be developed.

2.15. FUEL SPREADING SUBMODEL

The VULCAN/KAMELEON fire code includes a model which represents the spreading of fuel on a
non-absorbing substrate. This feature allows the simulation of fires resulting from fuel spills. Various
correlations (Mansfield and Linley [74]) and global, quasi-steady-state, algebraic models (Cline and
Koenig [75]; Magnoli [76]) have been developed to determine the size of a circular pool fire resulting
from a fuel spill. Since these models are global in nature, and do not include the effects of complex
geometries resulting from obstacles, they will not be included as submodel options. The following
quantities are required:
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L. Pjuel> the density of the liquid fuel,

. I fuel» the viscosity of the liquid fuel,

S

3. Qrelease> the volumetric flow of fuel released by the spill,
4. A,, the surface area of the element,
5. 7, the surface tension coefhicient of the liquid fuel.
The fuel boundary condition submodel generates the following output:
* h, the depth of fuel (m).
The following assumptions are invoked as part of the fuel spreading model presently in VULCAN.
1. The fuel is sufficiently thin for inertial forces to be neglected as compared to shear forces.
2. The velocity components in the fuel are always horizontal.
3. The substrate is smooth, horizontal and non-absorbing.
4. The flow is laminar.
5. The interface between the fuel and air at the front of the spreading fuel is parabolic.
6. The shear stress is zero at the top of the film.

Given the preceding assumptions, the spread of fuel is driven by the difference between hydrostatic
pressure due to variations in fuel depth. The transport can then be represented by

oh 0 P fuel gh3 oh
— = 5. 466

8t~ og, ( Sttrut ) 01; (2.466)
Equation 2.466 is solved explicitly to track the fuel thickness along the flat surface. Boundary conditions
and source terms are defined as follows to represent various physical features.

1. Drains - The depth of fuel is set equal to zero for cells occupied by drains. The volume of fuel
transported into the drain cell is removed via a negative source term. occupied by drains. The
volume of fuel transported into the drain cell is removed via a negative source term.

2. Obstacles - The fuel depth and the gradient of the fuel depth is set equal to zero at the interface
between obstacles and surrounding cells.

3. Release Locations - The source term is defined by the volumetric flow of released fuel divided by
the surface area of the element (i.e. Q,ejease/As)-

The fuel will spread up until the hydrostatic pressure gradient is balanced by surface tension forces.
Subject to the preceding assumptions, the minimum fuel depth is given by

2s
pfuelg’

(2.467)

hmin -

where s is the coeflicient of surface tension for the fuel. The reduction in fuel depth due to the
vaporization of fuel is calculated by the same technique used to define the fuel vapor boundary
condition for pool fires.
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Beta Capability:

3. MPMD RADIATION

This chapter outlines the use of Multiple-Program-Multiple-Data (MPMD) coupling to perform
radiation solves with two different codes: Scefire and Nalu. MPMD coupling allows the radiation solve
to occur on an entirely different set of processors using an executable other than Fuego. This chapter is
outlined as follows:

1. Spectral Radiation Transport

2. Particle Radiation Terms

3. Beam (Directed Flux)

4. Input Deck Conversion from Syrinx to MPMD
a) Fuego
b) SceFire Input Deck
¢) Nalu Input Deck

3.1. SPECTRAL RADIATION TRANSPORT

Fuego now supports spectral radiation calculations through MPMD coupling with either Scefire or
Nalu (not Syrinx). Spectral radiation transport is instantiated in an MPMD Fuego input deck through a
spectral model section similar to the following:

BEGIN RAD TRANSPORT SPECTRAL MODEL SPECIFICATION spectralRadModel
Spectral Band Model = LINEAR
Spectral Subband Model = AVERAGE
Minimum Frequency = 1.0el3
Maximum Frequency = 2.0el3
Number Spectral Bands = 2
END RAD TRANSPORT SPECTRAL MODEL SPECIFICATION

The spectral model utilized in Fuego is based on the concept of spectral bands, which means that the
user must describe frequency bands over which radiation absorptivities are averaged. In this context, a
richer set of data is available to the analyst, including radiation transport terms (banded absorptivity,
scalar flux, and radiative flux) than is available through the standard gray (nonbanded) radiation
transport description that has been available to Fuego analysts for many years.
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Spectral transport makes use of spectral data files that the user must provide. Files are named as:
Species-data.dat

Where “Species” is the name of the chemical species whose spectral transport properties are being
described. Each species present (all species for EDC simulations) or those output through the use of
output variables in mixture fraction simulations must have all necessary spectral data files available in
the working directory when a spectral transport calculation is performed. Spectral data files have the
following structure:

For each temperature T, of the M temperatures specified in the spectral data files, there are Nx
frequencies (1 through F, y ) specified with corresponding absorptivity values (A, ; through

Az n,). Temperatures within these files are required to be in non-decreasing order and frequencies must
be ordered in increasing value within a specific temperature. Absorptivities are expected to be in units of
cm? /molecule, which is a number density weighted absorptivity. Unit conversion within the Fuego
input deck is required if the desired units of the simulation are not cgs. The ideal gas law and knowledge
of the mass fraction of each species is used to calculate the number density.

For the spectral radiation model specified here, the name of the particular spectral model is given as
spectralRadModel, but could be any valid string. For this case, a LINEAR “Spectral Band Model” is used,
where the set of spectral bands, in this case 2 as specified by “Number of Spectral Bands” are equally
divided along the linear spectral frequency range with “Minimum Frequency = 1.oe13” Hz and
“Maximum Frequency = 2.0e13” Hz. One could alternatively choose a LOGARITHMIC Spectral Band
Model where bands are divided up equally in logarithmic frequency space.

In this case, we have chosen an AVERAGE “Spectral Subband Model”, which indicates that averaging of
absorptivities for frequencies within a spectral band will follow standard (unweighted) averaging over
the particular spectral band. A PLANCK_AVERAGE Spectral Subband Model is also available where
integrations are weighted by their Planck black-body spectrum contribution.
PLANCK_AVERAGE_WITH_REFERENCE_TEMPERATURE is a final choice that a user can select where the
band contributions are weighted by the Planck black body-spectrum at a specified user reference
temperature. If this final option is used, a user must also specify a reference temperature, which can be
done through: Planck Subband Model Reference Temperature = 2000.0 Here the Reference
temperature is set to 2000.0 K, but could be any nonzero temperature.

Please also note that if running a spectral case with Nalu multiple non-linear iterations should be
specified. This is currently necessary to converge the system even if the equation system is linear.
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3.2. PARTICLE RADIATION TERMS

Particle Radiation contributions are also still available in Fuego simulations with Lagrangian particle
types that have radiation contributions (heated, CPD, evaporating, general chemistry, wildfire).
Previously, the user would specify transfers of necessary thermal/radiation fields between Fuego and
Syrinx, which would resemble the following:

BEGIN TRANSFER pmr_to_particle

COPY VOLUME NODES FROM pmr_region TO particle_region

SEND BLOCK block_1 TO block_1

SEND FIELD scalar_flux STATE none TO scalar_flux STATE new
END  TRANSFER pmr_to_particle

BEGIN TRANSFER particle_to_pmr
COPY VOLUME NODES FROM particle_region to pmr_region
send field particle_absorption_coeff state new to particle_absorption_coeff state nc
SEND FIELD particle_rte_source STATE new TO particle_rte_source STATE none

END TRANSFER particle_to_pmr

For MPMD Radiation transport simulations involving Lagrangian particles, the user now removes the
pmr(Syrinx) to particle transfers and instead adds these to the already-present set of fluid to particle
transfers as is seen in the following:

BEGIN TRANSFER fluid_to_particle
COPY VOLUME NODES FROM fluid_region TO particle_region
SEND BLOCK block_1 TO block_1

SEND FIELD scalar_flux STATE none TO scalar_flux STATE new
END  TRANSFER fluid_to_particle

BEGIN TRANSFER particle_to_fluid
COPY VOLUME NODES FROM particle_region TO fluid_region
SEND BLOCK block_1 TO block_1

send field particle_absorption_coeff state new to particle_absorption_coeff state nc
send field particle_rte_source state new to particle_rte_source state none
END  TRANSFER particle_to_fluid

3.3. BEAM (DIRECTED FLUX)

Fuego users are able to now specify beam or directed flux boundary conditions for use in MPMD
simulations with PMR. A beam boundary condition is specified in the Fuego input deck in the
following manner:
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#CONVERGING/DIVERGING BEAM

BEGIN BEAM RADIATION BOUNDARY SPECIFICATION
BEAM RADIATION BOUNDARY MODEL = FOCUSED
FOCAL POINT = FX FY FZ
FOCAL POWER = FP
FOCUSED BEAM TYPE = DIVERGING (OR CONVERGING)
CONSTRAIN TO SURFACES = sideA sideB ...
BEAM TEMPERATURE = BT

END BEAM RADIATION BOUNDARY SPECIFICATION

In the above case, a focused beam boundary BEAM RADIATION BOUNDARY MODEL = FOCUSED is
defined where the FOCAL POINT of the beam, either sourcing from or arriving at this point are

(FX, FY, FZ). The user specifies whether the beam diverges from this point or converges to this focal
point. For the DIVERGING beam, the focal point needs to lie outside the simulation domain, whereas
for the CONVERGING case, the focal point could lie in or outside the domain. The focal power is
specified as FP which is the integrated power of the beam assuming the intensity is spherically isotropic.
For a converging case, the power should be properly scaled to respect the actual solid angle over which
the beam converges to the focal point. For instance if the converging beam actually occupies a solid
angle of 7, the FOCAL POWER should be scaled up by a factor of 4 = 47 /7 since if the beam were
incident from all solid angles, the total beam power would increase by this factor. Beams can be
constrained to arrive through the domain through only a fixed set of external surfaces if so desired as
indicated through CONSTRAIN TO SURFACES = sideA sideB. ... The user also specifies the
BEAM TEMPERATURE for cases using spectral radiation transport, since the beam power must then be
parceled out among the defined spectral bands.

Another “directed” or beam-type boundary condition is available, where the user specifies not a focused
beam but rather a plane wave as is seen below:
P

#PLANE WAVE

BEGIN BEAM RADIATION BOUNDARY SPECIFICATION
BEAM RADIATION BOUNDARY MODEL = PLANE_WAVE
PLANE WAVE BEAM DIRECTION = WX WY WZ
PLANE WAVE INTENSITY = PWI
CONSTRAIN TO SURFACES = sideA sideB ...
BEAM TEMPERATURE = 3000.0

END BEAM RADIATION BOUNDARY SPECIFICATION

In this case, the BEAM RADIATION BOUNDARY MODEL = PLANE_WAVE, indicates a plane—wave type
source is to be used. The user also specifies the direction for the plane wave as

PLANE WAVE BEAM DIRECTION = WX WY WZ.The direction must be non-zero. The intensity of the
plane-wave in units of Power per area is defined through PLANE WAVE INTENSITY = PWI. The
ability to constrain the beam to only certain external surfaces is identical to that for the focused beam
above as is the beam temperature.
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One should keep in mind that for both beam types (focused and plane wave), beam vectors at external
surfaces are only calculated for nodes on surfaces where the inner (dot) product of outwardly directed
area vector and the beam flux vector is less than o, indicating that a user specified beam must enter
rather than exit the simulation domain. Of course, given the physics internal to the domain of
simulation, a radiative flux vector can exit the simulation, but we disallow the possibility of a user
specifying an outwardly directed beam that does not result from internal physics.

3.4. INPUT DECK CONVERSION

The Conversion of a Fuego/Syrinx input deck to a Fuego MPMD input deck is straightforward.

3.4.1. Fuego Input Deck

First, the Syrinx domain and its corresponding mesh and pmr material do not need to be specified in a
Fuego MPMD input deck, see figure 3.4-1. Second, a user must activate MPMD Radiation as, see

s B
S Assign material properties to element blocks here. g Assign material properties to element blocks here.
s

12 BEGIN FINITE ELEMENT MODEL f .2 BEGIN FINITE ELEMENT MODEL f
13 Database Name = 01/RodCal Dnﬁ Hap5_ (32 v2.e =3 Database Name = 01/RodCal D% Haps_(32 v2.e

15 BEGIN PARAMETERS FOR BLOCK block 1 15
16 MATERIAL propellant 16
7 END PARAMETERS FOR BLOCK block 1 17
18 END  FINITE ELEMENT MODEL fluid 18

BEGIN PARAMETERS FDR BLOCK block 1
MATERIAL propell
END | PARAMETERS FOR BLOCK block 1
END  FINITE ELEMENT MODEL fluid

20 - BEGIN FINITE ELEMENT MODEL

21 i Database Name = 81/RodCal DBG H‘pS 32 v2.e
22 ¥

23 5 BEGIN PARAMETERS FOR BLOCK block 1

- MATERIAL prrgas

25 - END PARMMETERS FOR BLOCK block 1

26 - END  FINITE ELEMENT MODEL pmr_domain

Figure 3.4-1.. Example of input deck with Syrnix (left), and ex-
ample with MPMD (right).

figure 3.4-2. The user does not need to specify a Syrinx region in a Fuego MPMD input deck, see

377 BEGIN FUEGO REGION fluid_region |2s8 BEGIN FUEGO REGION fluid_region

260 USE MPMD RADIATION

379 SET MASS  UNIT CONVERSION FACTOR = 1060.0 # kg to g 262 SET MASS  UNIT CONVERSION FACTOR = 1000.0 # kg to g
380 SET LENGTH UNIT CONVERSION FACTOR = 100.0 # m to cm 263 SET LENGTH UNIT CONVERSION FACTOR = 106.6 # m to cm
381 SET TIME  UNIT CONVERSION FACTOR = 1.6 =i ‘254 SET TIME  UNIT CONVERSION FACTOR = 1.0

382 SET TEMPERATURE UNITS = KELVIN 265 SET TEMPERATURE UNITS = KELVIN

Figure 3.4-2.. Example of input deck with Syrnix (left), and ex-
ample with MPMD (right).

figure 3.4-3. As stated before, where Lagrangian particles are used, the user needs to add the necessary
fluid/particle transfers that correspond to thermal/radiation fields, see figure 3.4-4. The user now
specifies desired radiation fields in the fluid output exodus file as no Syrinx region exists in a Fuego
MPMD simulation, see figure 3.4-s. Finally, radiation boundary properties, including emissivity,
transmissivity, radiation boundary temperature and radiation environment temperature, are now
specified in the fluid boundary conditions, see figure 3.4-6. For each MPMD radiation simulation, the
user must pair either Scefire or Nalu.
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1021 - BEGIN SYRINX REGION par_region

1022 -

1023 &

1024 S

1025 § Select the math model configuration for this run.
1026 S

s
S Define the output file
s

956§
1957 s
(958 $ Select the math model configuration for this run.
959 | §

s
$ Define the output file
s

Figure 3.4-3.. Example of input deck with Syrnix (left), and ex-

ample with MPMD (right).

347§ particles to:

349 BEGIN TRANSFER pankln to_fluid
350 COPY VOLUME NODES rticle_region TO fluid region
351 mmn\m:mh k1
352 SEND FIELD x 1 —NIK\- source STATE none TO x_momentum source STATE none
353
354
355
356
357
358
359 SEND F energy_source_Lhs STATE none TO energy source_lhs STATE none
360 SEND nm continuity source STATE none TO continuity sou:
361 SEND FIELD 4 ATE none
362 END  TRANSFER particles to fluid
291 BEGIN TRANSFER fluid_to_particles_init
292 COPY VOLUME NODES FROM fluid_region TO particle_region
293 SEND BLOCK block 1 TO block 1
294 SEND FIELD x velnuty STATE old T0 x « velocity STATE old
295 SEND FIELD y_ velocity STATE old TO y velocity STATE old
296 SEND FIELD z. v'\odty SYATE old 10 z n\oﬂty STATE old
297 SEND FIELD turbulent kinetic energy STATE old TO turbulent ke STATE old
298 SEND FIELD turbulent ahsinaﬂnn STATE old TO turbulent dtss STATE old
299 SEND FIELD density STATE old TO density STATE old
300 FIELD viscosity STATE none TO viscosity STATE ol
301 SEND FIELD specific_heat STATE none TO specific | heal STAYE old
302 SEND FIELD temperature STATE old TO temperature STATE old
303 SEND FIELD molecular vnqm STATE none TO molecular &lth STATE old
304 SEND FIELD mass_fraction STATE old TO mass_fraction STATE old
305 END  TRANSFER fluid_to_particles_init
.
Figure 3.4-4.. Example of
ample with MPMD (right)
p ght).
863 Begin Results OIKM Label output
864 DATABASE Name = exodus/fluid.e
867 TITLE Flow in the fluid
868 NODAL Variables = pressure AS Pnd
869 NODAL Variables = x_velocity AS Und
870 NODAL Variables = y velocity AS Vnd
871 NODAL Variables = z_velocity AS Wnd
872 NODAL Variables = turbulent kinetic_energy AS tke
873 NODAL Variables = turbulent dxsslpauan AS ted
874 NODAL Variables = temperature AS Tnd
875 NODAL Variables = enthalpy AS
876 NODAL Variables = mass_fraction AS Ynd
877 NODAL Variables = x momentum source AS XMSnd
878 NODAL Variables /_momentum_source AS YMSnd
879 NODAL Variables = z momentum_source AS ZMSnd
NODAL Variables = energy source AS ESnd
881 NODAL Variables = continuity source AS (Snd
882 NODAL Variables = species_source AS SSnd
883 NODAL Variables = density AS m
884 NODAL Variables = viscosity AS
885 NODAL Variables = molecular uﬁgm AS Mnd
886 End  Results Output Label output

3

§ particles to:

BEGIN TRANSFER particles to_fluid
COPY VOLLME NODES FROM pa de ,_region TO fluid_region

SEND FIELD y mosentun source STATE none TO y somentun source STATE none
[ELD

SEND FIELD 2 mosentus source STATE none TO z_ sosentun source STATE none
S50 FIELD shargy. source STATE nane T0 energy_source STATE none
SEND FIELD x_mosentus source Lhs STATE none T0 x sosentus source lhs STATE none
SEND FIELD y 1 eomeatun source Uhs STATE none T0 y_monentus_source_Lhs STATE none
SEND FIELD 2 mosentun source Lhs STATE none TO z_ somentus source Lhs STATE none
SEND FIELD energy_source Lhs STATE none TO energy_source_Lhs STATE none
SEND FIELD continuity_source STATE none TO continuity_source STATE none
SEI0 FIELD species source STATE none T0 species source STATE none

- state new to particle a

- SEND. c “state new to pa

TRANSFER particles to fluid
vecIn TRAGFER fluid to particles_init

OPY VOLUME NODES FROM fluid_region TO particle region
SEw0 BLOK block 1 T0 block 1
SEND FIELD x_velocity STATE old TO x_velocity STATE old
SEND FIELD y_velocity STATE old TO y velocity STATE old
SEND FIELD 2 nlomy STATE old 10 2 nlxny STATE old
SEND FIELD turbulent_kinetic_energy STATE old TO turbulent ke STATE old
SEND FIELD turbulent dlisiaﬂﬂm e otd 10 turbitent _diss STATE old
SEND FIELD density STATE old TO density STATE old
SEND FIELD viscosity STATE none TO viscosity STATE ol
SEND FIELD specific_heat STATE none TO specific_heat sms old
SEND FIELD temperature STATE old TO temperature STATE old
SEND FIELD molecular weight STATE none TO molecular weight STATE old
SEND FIELD mass fraction STATE old T0 mass fraction STATE old

new TO scalar_flux STATE new

B0 TRANSFER fluid to particles init

input deck with Syrnix (left), and ex-

46 qu Results m;m Label output

47 DATABASE Name = exodus/fluid.e

51 TITLE Flow in tM fluid
752 NODAL Variables = pressure AS Pnd
753 NODAL Variables = x_velocity AS Und

758 NODAL Variables = y velocity AS Vnd

755 NODAL Variables = z_velocity AS Wnd

756 NODAL Variables = turbulent kinetic energy AS tke
757 NODAL Variables = turbulent dissipation AS ted
758 NODAL Variables = temperature AS Tnd
{759 NODAL Variables = enthalpy AS Hnd

760 NODAL Variables = mass_fraction AS Ynd

761 NODAL Variables = x_momentum source AS XMSnd
762 NODAL Variables = y momentum_source AS YMSnd
763 NODAL Variables = z_momentum source AS ZMSnd
764 NODAL Variables = energy_source AS ESnd

765 NODAL Variables = continuity source AS CSnd
766 NODAL Variables = species_source AS SSnd
767 NODAL Variables = density AS RHOnd
{768 NODAL Variables = viscosity AS Mund

E 769 NODAL Variables = nolxular_nlgm AS Mind

|Tn + 'NODAL Variables = AS radsource
mo+ = particle_r .
m o+

73+
(774 +
775+

776+

.

778 End  Results Output Label output

Figure 3.4-5.. Example of input deck with Syrnix (left), and ex-
ample with MPMD (right).
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949 Sinflow plane (propellant charge surface) mee2 Sinflow plane (propellant charge surface)

950 begin inflow boundary condition on surface surface 1 i 843 begin inflow boundary condition on surface surface 1
951 x_velocity = 0.0 844 x_velocity = 0.0
952 y_velocity = 0.0 845 y_velocity = 6.6
953 2 velocity = 13.7 Sa/s o (846 Z_velocity = 13.7 Sa/s
954 turbulent_kinetic_energy = 0.064 $)/kg; 1.5% turbulence intensity 847 turbulent_kinetic energy = 0.064 $)/kg; 1.5% turbulence intensity
955 turbulent dissipation = 0.011 $J/kg/s; 0.25m characteristic length & 848 turbulent dissipation = 0.011 $)/kg/s; 0.25m characteristic length
956 temperature = 2535.5 $K = (829 temperature = 2535.5 $K
957 MOLE_FRACTION 02 = 6.600013 § 850 MOLE_FRACTION 02 = 0.000013 §
958 MOLE_FRACTION H20 = 0.347773 § 851 MOLE_FRACTION K20 = 0.347773 §
959 MOLE_FRACTION AL203 = 0.0 § = (852 MOLE_FRACTION AL203 = 0.0 §
960 MOLE FRACTION H2 = 0.121782 § = (853 MOLE FRACTION H2 = 0.121782 §
961 MOLE_FRACTION CO = 0.173450 § 854 MOLE FRACTION CO = 0.173450 §
962 MOLE_FRACTION (02 = 0.093484 § 855 MOLE_FRACTION (02 = 0.093484 §
963 MOLE FRACTION HCL = 0.171756 § 856 MOLE_FRACTION HCL = 0.171756 §
964 MOLE FRACTION N2 = 0.089538 § 857 MOLE FRACTION N2 = 0.089538 §
965 MOLE FRACTION H = 0.002204 858 MOLE FRACTION H = 0.002204
859
860+
861 + Radiation Boundary Temperature = 300.0
862 + Radiation Environment Temperature = 972.0
863 + Enissivity = 0.0
864 Transaissivity = 1.0
865 +
966 end inflow boundary condition on surface surface 1 866 end  inflow boundary condition on surface surface 1

Figure 3.4-6.. Example of input deck with Syrnix (left), and ex-
ample with MPMD (right).

3.4.2. SceFire Input Deck

Scefire input decks have the following structure:

<?xml version="1.0" encoding="utf-8"7>
<SCEPTRE_Input>
<Mesh_File>100cmCube.g</Mesh_File>
<Output_Prefix>radResults.e</Output_Prefix>
<Output_Format>Simple</Output_Format>
<Output_Options>
<Verbosity>high</Verbosity>
</0Output_Options>
<XS_File>thermal-fromShawn.xslib</XS_File>
<Sn_0Options>
<Sn_0Order>6</Sn_0Order>
<Angular_Quadrature_Type>Level_Symmetric</Angular_Quadrature_Type>
<!--Angular_Quadrature_Type>Lebedev</Angular_Quadrature_Type-->
</Sn_0Options>
<Enable_User_Defined_Solvers>true</Enable_User_Defined_Solvers>
<Solvers>
<Solver name="1stOrder">
<Solver_Form>First_Order</Solver_Form>
<Error_Control_Options>
<Maximum_Number_Iterations>20</Maximum_Number_Iterations>
<Convergence_Tolerance>1.e-8</Convergence_Tolerance>
</Error_Control_Options>
</Solver>
</Solvers>
<Solver_Assignment explicit="true">
<Solver_By_Group>
<Group index="1">1stOrder</Group>
</Solver_By_Group>
</Solver_Assignment>
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</SCEPTRE_Input>

The Scefire input deck requires very little user input. The first required component is the Mesh_File,
here specified as “roocmCube.g”. The Scefire mesh does not need to be identical to the Fuego fluid mesh
file, but currently Scefire uses a closest node interpolation of data, so that limitation should be taken
into consideration. Different decompositions (including numbers of processors) for the Scefire mesh
relative to the Fuego Fluid mesh can effectively be used. The name of the output file (radResults.¢) is a
required entry, though most users will only use output from the Fuego exodus files. Using the “Simple”
output format suppresses the Scefire output.

The Angular_Quadrature_Type is set here to Level _Symmetric, though Lebedev is also available
in Scefire. The user also selects the order of the Angulare_Quadrature (Sn_0Order), here set to 6.
Level_Symmetric quadratures, as in Syrinx, have N (/N + 2) ordinate directions, where NV is the
Sn_0Order. The First_0Order solver should be left unchanged for all current Fuego/Scefire MPMD
simulations, though Maximum Iterations and Convergence tolerances can be changed at the user?s
discretion. The rest of the Scefire input deck should remain unchanged. Note that the user does not
need to specify any boundary conditions in the Scefire input deck.

3.4.3. Nalu Input Deck

The corresponding Nalu input deck for Fuego/Nalu MPMD calculations appears as follows:

Simulations:
- name: siml
time_integrator: ti_1
optimizer: optl

MPMD_transfer_run:
linear_solvers:

- name: solve_scalar
type: tpetra
method: gmres
preconditioner: sgs
tolerance: le-5
max_iterations: 100
kspace: 100
output_level: 0
write_matrix_files: no

transfers:

# MPMD coupled code to Nalu for PMR Calculation - getting T, abs, T_bc, T_environment, e
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- name: xfer_fluid_pmr

type: geometric
realm_pair: [MPMDRealm, pmrRealm]
from_target_name: [UNUSED_ENTRY]
to_target_name: [block_1]
objective: from_mpmd_data
transfer_variables:

- [UNUSED_ENTRY, UNUSED_ENTRY]

# Nalu to MPMD coupled code for PMR Calculation - sending back scalar and radiative flux

- name: xfer_fluid_pmr2
type: geometric
realm_pair: [pmrRealm, MPMDRealm]
from_target_name: [block_1]
to_target_name: [UNUSED_ENTRY]
objective: to_mpmd_data
transfer_variables:

- [UNUSED_ENTRY, UNUSED_ENTRY]

realms:

- name: MPMDRealm
mesh: MPMDVirtual
type: MPMDRealmType

field_registration:
specifications:
- field_name: UNUSED_ENTRY
target_name: [UNUSED_ENTRY]
field_size: 1 #UNUSED_ENTRY
field_type: node_rank

solution_options:
name: myOptions

options:

- input_variables_from_file:
UNUSED_ENTRY: UNUSED_ENTRY

- name: pmrRealm

mesh: ./100cmCube.g
use_edges: yes
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solution_options:
name: myOptionsHC
options:
- user_constants:

stefan_boltzmann: 5.67051e-5 #EXERCISE CAUTION HERE - NEEDS TO BE CONSISTENT

boundary_conditions:

- wall_boundary_condition: bc_1

target_name: surface_l1
wall_user_data:
temperature: 0.0

environmental_temperature: 0.0

transmissivity: 0.0
emissivity: 0.0
interface: yes

- wall_boundary_condition: bc_2

target_name: surface_2
wall_user_data:
temperature: 0.0

environmental temperature: 0.0

transmissivity: 0.0
emissivity: 0.0
interface: yes

- wall_boundary_condition: bc_3

target_name: surface_3
wall_user_data:
temperature: 0.0

environmental_temperature: 0.0

transmissivity: 0.0
emissivity: 0.0
interface: yes

initial_conditions:

- constant: ic_1
target_name: block_1
value:

temperature: 0.0

material _properties:
target_name: block_1
specifications:
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#UNUSED_ENTRY
#UNUSED_ENTRY
#UNUSED_ENTRY
#UNUSED_ENTRY

#UNUSED_ENTRY
#UNUSED_ENTRY
#UNUSED_ENTRY
#UNUSED_ENTRY

#UNUSED_ENTRY
#UNUSED_ENTRY
#UNUSED_ENTRY
#UNUSED_ENTRY

#UNUSED_ENTRY



- name: absorption_coefficient

type: constant

value: 0.0 #UNUSED_ENTRY
- name: scattering_coefficient

type: constant

value: 0.0 #UNUSED_ENTRY

equation_systems:
name: theEqSys
max_iterations: 1

solver_system_specification:
intensity: solve_scalar

systems:
- RadiativeTransport:
name: myRTE

max_iterations: 1
convergence_tolerance: 1.e-8
quadrature_order: 6
activate_scattering: no
activate_upwind: yes
external_coupling: yes
deactivate_sucv: yes

output:
output_data_base_name: nalu-MPMD.e
output_frequency: 1
output_node_set: no
output_variables:
- dual_nodal_volume
- temperature
- absorption_coefficient
- intensity_bc
- intensity_0
- intensity_b
- intensity_10
- intensity_15
- intensity_20
- intensity_25
- intensity_30
- intensity_3b
- scalar_flux
- radiative_heat_flux
- radiation_source



- div_radiative_heat_flux

- irradiation

- emissivity

- transmissivity

- environmental_temperature
- wall_temperature

- temperature_bc

Time_Integrators:
- StandardTimelIntegrator:
name: ti_1

start_time: 0.0 #UNUSED_ENTRY - chngs output times for nalu, but
termination_step_count: 10000000 #UNUSED_ENTRY - needs to be large enough to encon
time_step: 1.0 #UNUSED_ENTRY - changing creates timestep diffs i

time_stepping_type: fixed
time_step_count: O

realms:
- pmrRealm
- MPMDRealm

While the input deck is more complicated than the Scefire input deck, the user is required to specify
nearly the same set of data, including the mesh, output_data_base_name (along with desired output
fields), quadrature_order, and solver settings. Nalu supports the Thurgood quadrature (identical to
T'n from Syrinx), which has 8 N? ordinate directions, N being the order of the quadrature as well as
level-symmetric quadratures (Lathrop Carlson orders 2,4,6,8,12, and 16 and PN-T'N for any even
order) which have N (NN + 2) ordinate directions. Unlike Scefire, Nalu requires the user to specify the
name of the block (here block_1) for block to be used for each realm as well as
boundary_conditions to be applied. While the user is required to specify temperatures and other
radiation properties for each of these boundaries (emissivity, transmissivity, etc.), these values are
actually obtained via the MPMD transfers from Fuego, so the values specified for these in the Nalu
input deck are unused and marked so here. This is also true of absorption and scattering coefficients
that are specified on the realm along with the temperature initial condition.

While the Fuego output is insensitive to the value of the Boltzmann constant used in Nalu, the output
from Nalu does depend on this, so in order to remain consistent, users should specify the value to be
that used in Fuego as well. Notes are left here on the time integrator section, which Nalu requires, even
though Nalu is being used as a quasi-steady radiation solver for Fuego MPMD simulations. Most
importantly, the termination_step_count needs to be set high enough that Nalu will not terminate
during the Fuego MPMD simulation. A value of 10,000,000 has been used here. Fuego MPMD
simulations will terminate Nalu when Fuego is finished executing. Nalu has a number of discretization
schemes that can be used as well including edge-upwind and both edge and element-based SUCV.
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Beta Capability:

3.5. ONE-DIMENSIONAL COMPOSITE FIRE
BOUNDARY CONDITION

3.5.1. Conceptual Overview

Fuego includes a boundary condition that is capable of modeling the thermal decomposition and
outgassing of a thin sheet of porous material at the boundary surface, initially intended to simulate the
combustion of a sheet of carbon fiber composite material. Variation through the material thickness is
assumed to be locally one-dimensional. The actual implementation is quite flexible, allowing the
simulation of the thermal response of essentially any finite-thickness material that can optionally
undergo a user-specified chemical decomposition mechanism.

Figure 3.5-1 illustrates a two-dimensional representation of the virtual mesh used for this 1D composite
fire boundary condition. One layer of elements above the boundary is shown, within which Fuego
performs its normal fluid solve using the control volume finite element CVFEM method. The CVFEM
sub-control volumes are demarcated with dashed lines. An equal-order interpolation methodology is
used, so that all solution variables are stored at the element vertices.

For this boundary condition, a series of independent one-dimensional virtual domains exist behind each
CVFEM surface node, and each virtual 1D domain has a cross-sectional area that matches the group of
CVFEM boundary sub-control surfaces that contain the single “parent” surface node. A classical
cell-centered finite volume methodology is used for the 1D virtual domains, where the discretization,
storage, and numerical solutions all occur within the boundary condition implementation and only
interact with the main CVFEM flow solution through fluxes and solution variables at the exposed
surface.

Each 1D domain is assumed to have a fixed geometry that is filled with a simple porous material that is
allowed to react chemically to form gaseous species. Since the overall volume of each element is fixed,
the porosity of each volume is assumed to increase as species are converted from solid to gas. It is
assumed that the gaseous species within the pores of the solid phase are of secondary concern, and as
such no discrete transport equation is solved for them. The approximation is instead made that all gases
generated within the porous material appear instantaneously at the surface of the material as a flux into
the main fluid solution. It would be straightforward to solve additional transport equations for fluid
flow within the porous material if that level of fidelity were to become necessary, as in the case of
oxidative reactions where oxygen must diffuse through the exposed surface into the porous material
before reactions may occur.
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Figure 3.5-1.. Representative mesh layout for 1-D composite fire
boundary condition

3.5.2. Model Formulation
3.5.2.1. Transport Equations

Within the solid phase of the porous material, one-dimensional transport equations for continuity,
chemical species, and energy are solved in the form:

a_ﬁ -

= = al (3.)
aﬁYk - m

ot = Yk (3-2)
_aT o (-oT\ .,
peor = 3o <k%) +47, (33)

where p, ¢, and k are the mixture-averaged bulk density, specific heat, and thermal conductivity,
respectively, Y} is the mass fraction of chemical species k, 7" is the temperature of the solid phase, ¢ is
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the volumetric heat generation rate due to chemical reactions, wj is the volumetric mass generation rate

of chemical species k, and & is the overall mass generation rate computed as w.’ = w;/".
k

3.5.2.2. Material Models

The composite material used for this boundary condition is assumed to be of a fixed volume, z.e. there is
no structural deformation allowed. The bulk density of the multi-species solid mixture is assumed to be
a function of the density of each component species in their native porous state, as

 (ex)T
p—(Zk: pk> : (3.4)

where py, is the porous density of species k, provided as a material model by the user. This model for the
mixture bulk density is only used to compute the initial bulk density field, which is subsequently solved
directly from Equation 3.1.

The porosity of the mixture is assumed to follow the model
%= X, (35)
2

where X, is the volume fraction of species k,

Y;
Xi = p—, (3.6)
Pk
and 9, is the porosity of pure species k, modeled as
e =1- -2, (37)
Ps0,k

where py i, is the density of the solid (non-porous) species k at a reference temperature. Note that the
porosity does not appear explicitly in any of the transport equations or subsequent material models, so
that it is never computed as part of the boundary condition solution. It would only appear in transport
equations for the gaseous species occupying the pores of the solid skeleton, if this level of detail were
ever to be added to this model.

In their most detailed form, the bulk thermal conductivity and specific heat are evaluated as a volume
average and mass average of the individual species properties, respectively, as

];J — Zkak (3.8)
C = ZYka, (3-9)

although a species-independent model for the overall bulk property may be used if the individual
species properties are not known.
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The last quantities that require a model are the volumetric species mass production rates, w”, and the
volumetric heat production rate, ¢”’. These quantities can be provided by the user in two different ways.
The traditional approach is to supply them using standard material property evaluations as a part of the
material model definition. These are arbitrary functions that themselves may be dependent on any of
the solution variables or other material properties. If a nonreacting material is desired, then these terms

may be simply modeled as zero.

The second way of supplying these quantities is by including a chemistry description block in the
material model, which allows the user to specify multiple reactions and variable composition gas
production.

3.5.2.3. Boundary Conditions

The exposed surface of the composite material interacts thermally with the environment through
several mechanisms, including convective heat transfer and both radiation absorption and emission.
These external fluxes must balance the conduction inside the composite material at the surface, as

<11 . <11 <11
q =  Geonv + Grad
I 4 I
Aeony T e (UTl - qirr) (3'10)
where ¢/ . is the convective flux imposed on the surface by the external laminar or turbulent boundary

condition treatment, 7 is the temperature solution from the first control volume in the composite

material used to model the gray emission, and ¢, is the external radiative flux incident on the surface.

On the back-side of the virtual composite material, optional convective and radiative heat transfer to a
quiescent environment is modeled as

/Y] <11
dy = qb,conv +qb,rad

4 4
= h.(Ty — Tiet) + 06 (TN — Tref) (3.11)
where h, is a user-specified convection coefficient, €, is a user-specified back-side emissivity, T} is the

modeled ambient environment temperature, and 7y is the temperature of the solution node closest to
the back-side surface, assumed to be equal to the back-side surface temperature itself.

3.5.2.4. Numerical Implementation - Original

A segregated, implicit solution technique is used to numerically integrate Equations 3.1-3.3. The
discretized form of the continuity equation, Equation 3.1, is derived by first integrating it over the finite
volume V' and the time step At to yield

/ [/ @dv — / d)g/dV] dt =0 (3.12)
ae LJv Ot v

Opi
Vi— — V;wg/i‘| dt = 0. (3.13)
/At l ot ’
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Discretizing the temporal derivative using a first-order backward difference approximation and solving
for the bulk density at the new time step yields

Vi (B = ) — Vil At = 0 (314)
it = g AL, (3.1)

where the mesh indices are defined in Figure 3.5-2. Note that this equation is linearized by evaluating the
source term at the most recent estimate of the n + 1 solution state.
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Figure 3.5-2.. Mesh index definition for 1-D composite fire boundary condition

The species transport equations, Equation 3.2, undergoes an identical transformation,

/A t [ ] a/;sz v — /V w,{;'dv] dt =0 (3.16)
[ [n e - viarr] e o 7)

Vi (ﬁ?“yﬁrl — PRY) — Vi At =0 (3.18)
Yot = pm@—ngimv (3.19)

7

where the bulk density at the new time level is used from Equation 3.15, and the source term is evaluated
from the most recent estimate of the n + 1 solution state.

The energy equation also undergoes a similar transformation, but with added complexity due to the
inclusion of spatial derivatives. Equation 3.3 is first integrated in both space and time, and the Gauss
divergence theorem is used to remove one level of spatial derivatives in the diffusive flux term,

=97 0 - 0T N .
/At [/v PV~ /V e (’f@) dV — /Vq dV] dt =0 (3.20)
/ {/ péa—TdV — / n - (/;;a—T> dA —/ qde} dt = 0. (3.21)
At v Ot A ox =
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Integrating numerically in space yields

oT; =0T =0T
safis . [ { _ARZ— AR _ "V
/At piCiVig << Akax)i;r( kax>i+§> q; Vi

8Tz Tz - Tifl 7. Ti+1 _ Tl I
/. A TArs ) Awihei | A, ) TEY
At Z—E Z+§

e 1
ot L
and then integrating in time and linearizing the equation by evaluating the coefficients at the most

dt =0 (3.22)

picV; ki dt =0, (3.23)

(SIS

recent estimate of the n + 1 solution state yields

~ = Tz‘nJrl — Tin Tin+1 B Tz‘n—tl 7 Tz1:-+11 _ Tz'nJrl <11
piCiVi (7) + A L (Tll - Ai+%ki+% W = Vi=0.
2 2

At
(3.24)
This leads to a tridiagonal system of coupled linear equations for the temperature at time level (n + 1),
which is solved using a direct method with the DGTSL module of the SLATEC library.

&
|

The continuity, species, and energy equations are solved sequentially in the order described, and the
solution is repeated until the maximum normalized change in the temperature solution,

B |Tn+1 _ T*’

T = g (3.25)

satisfies the user-specified tolerance, where 7™ is the solution from the previous iteration.

Please see the Fuego user’s manual for details on the usage of this boundary condition.

3.5.2.5. Numerical Implementation - New

When using the new form of the composite BC, where the chemical mechanism is specified using a
chemistry description, the numerical implementation is slightly different. The finite volume
discretization used is the same, but the system of equations is solved monolithically using the
user-specified ODE solver. The solver handles time stepping during the sub-integration to reduce the
overall error below the specified threshhold.

Additionally, when constructing the monolithic system with the new form the DOFs are temperature
and NV species masses, rather than the prior approach of using temperature, density, and N — 1 species
mass fractions.
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3.6. NON-CONFORMAL DG BOUNDARY CONDITION

3.6.1. Conceptual Overview

The non-conformal boundary condition uses the DG approach described by Domino [77] and is
currently implemented for turbulence models, continuity, momentum, and heat conduction. The
non-conformal boundary condition is applied where you have two domains, A and B, which share a
discontinuous interface with individual sidesets, S4 and Sp. The algorithm is applied in two passes,
first iterating over all integration points in S and finding the matching face in S, then by iterating
over the integration points in Sp and finding the matching face in S4. The generic flux of a scalar, ¢ at
an integration point on 54 is

04 = (qJAn

;= Gn)

2

ot +08) |
5 5

A

+ A (" — 9P| Af + i (6" = 9%),  (326)

where ¢; is the diffusive flux, 772 is the mass flux, and A is the interior penalty coefficient.

Prior investigations have shown that pressure oscillations can be minimized by using the current

integration point normal direction for both diffusive fluxes, so nf = —n4,

J

The penalty term, A is given by

A A B B
= /L - /) (3:357)

where I is the diffusive flux coefficient and L is an element length scale.

The advection coefficient, 1), defines the degree of upwinding to use. A value of 77 = 1 results in a fully
upwind scheme, while 77 = 0 results in a central difference scheme. When using a hybrid approach, this
value is calculated locally based on the Peclet number.

3.6.1.1.  Continuity

The mass flow rate at the non-conformal boundary includes the pressure stabilization terms, as

A K] B B
(puf + 0 Gip — ap Zynf — (puf + aBGPp — aB %!
mA _ J b7 D C J 2 J p p j J 1. /\A(pA _pB) A?

(3.28)
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3.6.2. Performance Considerations

There is a computational cost associated with the use of the non-conformal interface. This is largely due
to two tasks: a search to match integration points with opposing faces on both non-conformal
boundaries, and the resulting changes to the linear system stencil if the interface moves. Preliminary
testing has shown that the cost of reinitializing the linear system with a new stencil is at least an order of
magnitude greater than the cost of the search. For this reason, the algorithm implemented in Fuego will
do an extra search in order to only reinitialize the linear system when the stencil actually changes. The
user can expand the search boxes used in the stencil definition in order to reduce the number of linear
system reinitializations by setting the “Search Expansion Factor” in the non-conformal boundary
condition specification. This number is the approximate diametrical size increase in the stencil in terms
of number of elements.

3.6.3. Non-Conformal Moving Walls

The non-conformal BC in Fuego supports having a moving surface as one side of the interface. This is
implemented by providing a shell block containing nodal displacements on one side of the interface.
Then non-conformal search will search for matching faces in opposing blocks and shells. If a shell is
found, an appropriate wall boundary condition is applied at the integration point, while if a non-shell
element is found the interior algorithms described previously are used.
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3.7. POROUS-FLUID COUPLING ALGORITHM

This section provides a brief overview of the current porous/fluid coupling algorithm, as it is intended
to be used in simulations of composite fires using Fuego to model the fluid region and coupling to Aria
to model the porous region.. This is a loosely-coupled algorithm, relying on framework interpolation
transfers of nodal fields between the porous region and the low-Mach fluid region and region-region
Picard loops to converge the overall problem within a timestep.

Note that the shorthand is adopted where the porous region is described as region A and the low-Mach
free fluid region is described as region B, with the interface between them referred to as I' 4 g and other
boundaries not a part of this interface are referred to as I'\I' 4 5.

3.7.1.  Fluid Flow
3.7.1.1. Bulk Equations

Porous Continuity Equation The porous region contains a condensed phase (the solid skeleton
of the porous system) and a gas phase occupying the pores of the condensed phase. The condensed
phase is not discussed explicitly in this description, although it interacts with the gas phase through
things like its permeability and porosity, and its decomposition which can produce gas-phase mass
through chemical source terms.

The porous gas-phase continuity equation within a porous region, to be solved for the gas-phase
pressure pg, is

a(&pg) a(pgu]}g) e

where v is the mixture-averaged condensed-phase porosity, pg is the gas-phase density, and u; 4 is the
gas-phase velocity vector computed from Darcy’s approximation as

B K Opyg
Uj,g = m <(9:1:j + ng_7> ) (3.30)

where K is the mixture-averaged condensed-phase permeability, /14 is the gas-phase viscosity, and g is
the gravity vector. The term w7 represents the formation rate of gas-phase mass from the condensed

phase.

Multiplying Equation 3.29 by an arbitrary test function w and integrating over the domain {2 while
integrating the advection term by parts, yields the variational form of the continuity equation that is
solved for p, using the Galerkin finite element method,

a(&p ) - ow
/w (79 — &) dQ — / a—gﬁjpgujvng + /w,ogumnjdr =0, (3.31)
b T

Q
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where n; is the boundary surface normal. The boundary flux term is then split into contributions on
the interface between regions A and B and off the interface so that they may be treated separately. The
continuity equation then takes the form

0(bpy) . Ow
/w < = = — W, | dQ - 8—%pguj,gdﬂ
Q Q

+ / wpguj7gnjdf+/wFAdF:0, (3.32)

MNTap Fap

where Fy is the imposed flux on the porous side (A) of the I' 4 g interface. A detailed description of the
coupling boundary flux is given in Section 3.7.1.2

Low-Mach Continuity Equation The continuity equation within the low-Mach fluid region, to
be solved for the pressure p, is
) Opu;
vp 8 Pl
(9t 8(13]‘
where p is the fluid density, u; is the fluid velocity, and S is a generic mass volumetric source term.
Integrating Equation 3.33 over a CVFEM control volume and using the Gauss divergence theorem on

the advection and diffusive flux terms, yields the integral form of the continuity equation that is

solved,
dp
5 = S dQY+ [ pujn;dl’ = 0. (334)
Q r

Similar to the porous continuity equation, the boundary flux term is split into contributions both on
and off the I' 4 5 interface, yielding

/ (% — S) dQ) + / pu;jn;dl’ + / Fgpdl' = 0. (3-35)
Q

F\FAB FaB

=S, (3.33)

The interface coupling flux is described in Section 3.7.1.2.

Low-Mach Momentum Equation The momentum equation within the low-Mach fluid region,
to be solved for the velocity u;, is
apuz 8pujul aO'Z'j

5 T Dz, Oa; + pgi (3.36)

where the Cauchy stress tensor is given by

Oij = Tij — P%’ (3.37)
in terms of the viscous stress tensor
ou;  Ou; 2 Ouy
=k (81’]- 8:@) 3" 0xy, 7 (338)
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Integrating Equation 3.36 over a CVFEM control volume and using the Gauss divergence theorem on
the advection and diffusive flux terms, yields the integral form of the momentum equation that is

solved,
r T Q

Q

Multiplying this equation by an arbitrary test function w, integrating the advection and stress terms by
parts, and splitting the boundary flux terms into on-interface and off-interface contributions yields

/agfidﬁ—/pgidﬁ—i— / pujun;dl’ — / oin;dl’

(9] Q F\PAB 1—‘\FAB
+ / pujuznjdf - / aijnjdf = (. (340)
WY TaB

3.7.1.2. Coupling Boundary Conditions

Coupling between the porous and fluid regions is achieved using an interface flux that is imposed as a
Robin-style boundary condition. This approach has been used successfully in the past for coupling
incompressible Darcy and Stokes flows [78]. Here we generalize the coupling for compressible fluids
and Navier-Stokes flow.

The fluxes applied to the porous and fluid continuity equations at the interface I' 4 5 are

Fy=mp-n+ B(pa—ps) (3.41)
Fg =14 -1+ B(ps —pa), (3.42)

where 14 = pgily, hp = pt, and the free constant 3 is computed as

_ Kp,
B=c— (3.43)
Hg

with h being a measure of the mesh size adjacent to the interface, and c a user-specified scaling
coefficient. The same value of (3 is used on both sides of the interface because that results in excellent
mass conservation even on coarse meshes. If a different value of /3 is used on each side the method is still
convergent but worse mass conservation is observed when solving on under-resolved meshes. Some
attempts have been made to use an averaged penalty coefficient of the form

_l’_
B = PatPe 5 Pe (3.44)
K
fa = il (3.45)
figh
7t _ K
BB = h , Or /BB hPref’ (346)



however they resulted in an impractically large number of Picard iterations to converge for some test
problems.

A distinguishing condition BC for velocity is applied to the low-mach momentum equation in the
form

ty — (U, + 5y =0, (3.47)

where u) is the imposed normal component of velocity and ), is the imposed tangential component
of Velomty The normal component is computed directly from the continuity flux at the interface,

F

D B

Uy = —MNy. (3.48)
p

The tangential component is based on a variation of the classical Beavers-Joseph-Saffman

condition [79, 80] for the slip velocity which has been extended to non-planar surfaces in

multidimensional flow [81], which defines a provisional model velocity

BJS VK
e = —— (W) (3-49)
j
ajp
where K is the permeability of the porous region at the interface, 1 is the viscosity of the local fluid at
the interface, 7;; is the viscous stress tensor of the fluid at the interface, and « is a dimensionless model
parameter that is a function of the microstructure of the porous material, which has been found to have
typical values near 0.1 [80]. The tangential component of this vector quantity is used as the tangential
component of the distinguishing condition velocity, and is computed as

uD BJS ( BJS

Gt = Uy up’ng) nj. (3.50)

3.7.2. Enthalpy Transport
3.7.2.1. Bulk Equations

Porous Gas-Phase Enthalpy Equation The gas-phase enthalpy equation within a porous
region, to be solved for the gas-phase temperature 7, is

O(pghy) | Noguighs) _ 04 (0(wy) Oy
ot Oz, Oz; ot 9 Oz,
hcv T T + Z ;//fk ;Hdk) hk,g (3SI>

where h, is the mixture-averaged gas-phase enthalpy, A, is the volumetric heat transfer coefficient, T is
the porous condensed-phase temperature, (w;’ffk —wh ’ dk:) is the formation and destruction of
gas-phase species due to heterogeneous reactions, and hy, 4 is the gas-phase enthalpy of chemical species
k. The gas-phase energy diffusive flux vector q?’g is modeled as

e Ohy.

¢;° = —¢pgDg—— "5, (3.52)
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where D, is the mixture-averaged gas-phase mass diffusivity.

8pg

Note that, in Equation 3.51, there is some concern that the pressure spatial derivative term, u; 4 D, ,is

Uj,g 8(11110_«;) A

"
more formal re-derivation from first principles is required to decide conclusively on the correct form of

this term, so it is left in its current form for now. Additionally, the diffusive flux vector is also of concern
since the current form was derived under the assumption of constant specific heat, equal species mass
diffusivities, and unity Lewis number. These assumptions may not be valid in future simulations,
meaning that this term should possibly be returned to the standard Fick’s law version that includes a
contribution due to enthalpy transport by differential diffusion of chemical species. Again, this term is
left in its current form for the present work.

incorrect. A crude re-derivation of this equation indicates that its form should instead be

Multiplying Equation 3.51 by an arbitrary test function w and integrating over the domain €2 while
integrating the advection and diffusion terms by parts, yields the variational form of the enthalpy
equation that is solved for hy using the Galerkin finite element method,

O(Ypgh O(vp Ip a - - 11
/U) ( ( ap;] g) — < (6tg) +u jga 9) - hcv (T_Tg) _Z (WS,fk _WS,UUC) h97k> ds}
Q

k

ow
3 - (pgtjghg) dS2+ /w (pgtijghg) njdl

/ ow hng + /wq?’gnjdf‘ =0. (3.53)

The boundary flux terms are then split into contributions on the interface between regions A and B and
off the interface so that they may be treated separately. The enthalpy equation then takes the form

O(pghy) [ O(ihpy) ap - T
/w ( 8tg e — ot ! + Uj,g axj - hCU (T - TQ) - 2 : (wsyfk - ws,dk) hgvk df2
Q

k

(Pgujg ) dS2 — /aw ;9dS

ow
8

+ / W (pgtj ghg) nydl + / wqj’gnde—!—/wadF:O.(3.54)
MTaB MI'aB TaB

where J f is the imposed flux on the porous side (A) of the I' 4 5 interface. A detailed description of the
coupling boundary flux is given in Section 3.7.2.2.

Low-Mach Enthalpy Equation The enthalpy equation within the low-Mach fluid region, to be
solved for the fluid temperature 7', is

Olph)  Olpush) _ 9} 0¢;  (op  Op Ou;
J

875 al'j ax]— 8
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where h is the mixture-averaged fluid enthalpy, qj is a source term due to radiation absorption and
emission, and p is the fluid pressure. The diffusive flux vector is given by

or

q; = —)\a—x] + Z phi Yt (3:56)

where ) is the mixture thermal conductivity, y, is the enthalpy of species k, Y}, is the mass fraction of
species k, and 1, is the diffusion velocity of species k in the j direction.

Integrating Equation 3.55 over a CVFEM control volume and using the Gauss divergence theorem on
the advective and diffusive flux terms, yields the integral form of the enthalpy equation to be solved,

oq; dp op ou;
/ dQ+/8x]dQ /(0 + jagj])dQ—/Tija—xde
Q

+/(pujh) ndewL/q?nde = i (3.57)
T T

The boundary flux terms are then split into contributions on the interface between regions A and B and
off the interface so that they may be treated separately. The enthalpy equation then takes the form

36] dp op ou;
Q+ Ld0 — Q— —dS)
/ d d /(8t+ja )d /T”(?:cjd
Q

+ / (pujh) n;dl' + / q?njdr+/ngdF:O, (3.58)

MIap MTap TaB

where J is the imposed flux on the fluid side (B) of the I" 45 interface. A detailed description of the
coupling boundary condition is given in Section 3.7.2.2.

3.7.2.2. Coupling Boundary Conditions

Coupling enthalpy transport between the porous and fluid regions is complicated by the use of a two
temperature model in the porous region.

To resolve this complication the energy flux applied to the fluid region has a diffusive/conductive
component from the gas phase in the porous region, an advective component from the gas phase in the
porous region, a convective component from the condensed phase in the porous region, and a penalty
coefhicient to enforce temperature continuity between the porous gas phase and the fluid. This takes the
form

A
Jg _ Jdlff Jadv Jconv (E) (Tf — Tg)7 (3-59)

where J it 5 5 18 the diffusive energy transport from the porous gas phase, J3 ad" is the advective energy

JCOI’IV

transport from the porous gas phase, is the convective energy transport from the porous

condensed phase, and (%) is the averaged thermal conductivity / mesh size between the porous and
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fluid regions. As with the flow coupling boundary conditions this same penalty coefficient is used in
both regions to get the best energy conservation on coarse meshes.

The advective energy transport component takes the form
J5Y = Fphas, (3.60)

where h 4 p is the upwinded interface enthalpy (i.e. it is either h4 or hp depending on the direction of
F'g). The convective component from the condensed phase has the form

h‘C’U

as

He =1 —=9)—(TF - To), (3.61)
where h, is the volumetric heat transfer coefficient of the porous region and a; is the specific surface
area (m?/m?) of the porous medium. This formulation of the convective component assumes that the
convective heat transfer between the condensed phase and the free fluid is consistent with the convective
heat transfer in the bulk of the porous medium that results in the volumetric heat transfer term of the
bulk equations.

The coupling back to the porous region is derived based on the assumption that
Thot The=J5" + 5", (3.62)

that is, the fluid region applies advective and diffusive energy transport components to the porous
region as a whole. The flux applied to the condensed phase is assumed to be the same as the convective
flux component it applies to the free fluid,

hC’U

Qs

Jie=(1—9)—=(T. - Ty). (3.63)

The flux applied to the porous gas phase is then given by

; A
Thy= 4 g~ ot ()@ - ) 669

where the advective component is computed in the same manner as is done for the advective flux
applied to the fluid region,
d
Jg " = Fahap. (3.65)

3.7.3. Species Transport
3.7.3.1. Bulk Equations

Porous Gas-Phase Species Equation The gas-phase species equation within a porous
region, to be solved for the gas-phase mass fraction Y}, ; of species k, is

- Y.,9
O(YpgYr,g) | O(pgtijgYi,g) aqkj’ . . . .
ot ow, oz (s — waaw) + (@g pn — Vgar)  (366)
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where (@’ Wy ") is the formation and destruction of gas-phase species due to heterogeneous
"

- . « . .
reactions, and ( Wy ik — Wg, dk) is the formation and destruction of gas-phase species due to
. e e Y.
homogeneous reactions. The gas-phase species diffusion flux vector g, ]?g is modeled as

_ Y,
Y.,g k,g
0, = —Vpy Dy, ; (3.67)
kj TG Oz,

where Dy, 4 is the gas-phase mass diffusivity for species k. Note that if the mass diffusivities are not equal
for all species, then an additional correction is required to maintain mass conservation.

Multiplying Equation 3.66 by an arbitrary test function w and integrating over the domain {2 while
integrating the advection and diffusion terms by parts, yields the variational form of the species
equation that is solved for Y}, ; using the Galerkin finite element method,

/0, Y
/ w (78@%6; o) _ (Garg — Waian) — (Warpe — ;Hdk)) df2
Q

ow
p. (gt gYeg) dQ—l—/w(pguj’ng,g) n;dl’
j

/8—qkﬁd9 + /wqé’-gnde = {J. (3.68)

The boundary flux terms are then split into contributions on the interface between regions A and B
and off the interface so that they may be treated separately. The species equation then takes the form

8 ) Y n - n
/w (% - (Ws fk We dk) ( Wo,fk — gdk)) df2

Q
ow ow
£ (PgjgYeq) A2 — %qkjgdﬁ
j
+ / W (Pgtj gYeg) nidl + / qu_;’.gnjdf + / wJ ikl = 0. (3.69)
MTap MCap LaB

where J* is the imposed flux on the porous side (A) of the I' s 5 interface. A detailed description of the
coupling boundary flux is given in Section 3.7.3.2.

Low-Mach Species Equation The species equation within the low-Mach fluid region, to be
solved for the mass fraction Y}, for species £, is

6(ka) a(PUij) . aqk:j -
et e, — o, + Wy (3.70)

where w;” is the volumetric mass formation rate if species Y%, and the diffusive flux vector is given by

Gy = =Pl Y, (3.71)
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with 1 . being the species diffusion velocity. Several forms for this velocity are possible, with the

simplest being

1 9Yy
iy = —D—""t .
U Y, oz, (3.72)

for equal mass diffusivities D for all species. A more complex form is needed for unequal mass
diffusivities, which is not presented here.

Integrating Equation 3.70 over a CVFEM control volume and using the Gauss divergence theorem on
the advective and diffusive flux terms yields the integral form of the species equation that is solved,

Y,
/ 8(gtk)dQ— / W do + / (pu;Yi) nydl + / Gidl = 0. G.73)

Q Q r r

The boundary flux terms are then split into contributions on the interface between regions A and B
and off the interface so that they may be treated separately. The species equation then takes the form

A(pY;
/%dﬂ—/wg’dQnL / (pu;Yy) n;dl + / q,i}njdl“—l—/ng’“dF:O. (3.74)

Q Q F\FAB F\FAB T'an

where Jg’“ is the imposed flux on the fluid side (B) of the I' 4 s interface. A detailed description of the
coupling boundary condition is given in Section 3.7.3.2.

3.7.3.2. Coupling Boundary Conditions

Coupling species transport across the porous-fluid interface is relatively simple compared to enthalpy
transport. As with the flow coupling Robin style boundary conditions are applied on both the porous
and fluid regions, but with both diffusive and advective flux components.

For the flux of a species k this takes the form:

) D
P = 8T i s+ (T’ﬂ (Yir — Yiuz) (375)
Yy _ 7diff Dyp
Jg* = J3" + FBPYk,AB + e (Yk,B - Yk,A) (3.76)

where Y}, 45 is the upwinded interface mass fraction, equivalent to i 4 g from the enthalpy coupling.
Once again the same penalty coefficient is used on each side in order to get good mass conservation even
on coarse meshes.
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4. PARTICLES

4.1. INTRODUCTION

The transport of particles through a gas-phase flow is of importance to a tremendous range of
applications. Applications in the area of combustion and fire science include fuel sprays, suppressant
transport and metal particle combustion [82, 83, 84, 85, 86, 87, 88, 89]. These applications typically have
a strong coupling between the heat and mass transfer. For example, fuel spray combustion is typically
limited by the diffusion of the oxidizer towards the particle. In fire suppressant distribution, the cooling
associated with the evaporating suppressant can dramatically slow suppressant evaporation. In metal
particle combustion, in order for the metal oxide combustion product to condense out, the enthalpy of
condensation must be dissipated; this energy dissipation is a combination of radiative and conductive
transport, each of which results in differing heat flux consequences. Also relevant are the transport of
contaminants through the atmosphere and the dynamics of clouds [90]. A large number of industrial
processes share similar physics including powder manufacturing, painting, coating and ink-jet

printing.

This report describes the development of a Lagrangian particle and droplet transport model and its
integration with a computational fluid dynamics (CFD) code that solves, on an Eulerian mesh, the
continuum phase. Conservation of mass, momentum and energy are considered for the coupled system
allowing combustion along with evaporating and condensing particles. Since examples of this type of
flow are typically sprays, this model is sometimes referred to as a spray model, but it can handle general
classes of particulate flows. This model is developed to be suitable for modeling evaporating,
condensing or combusting flows of particles in continuum gas-phase flows. This model is based partly
on the initial implementation of a dilute spray model in the Vulcan fire-physics computational
modeling code [91, 92] as described in [93].

Two significant limitations are stipulated that lead to the simplified conservation equations employed.
First, the spray must be dilute, that is the volume fraction of the particle phase must be small (i.e. less
than 10 percent). Second, the physical density of the particle should be orders of magnitude greater than
the continuum (gas) phase and the particle Reynolds numbers should not be too large or additional
terms will appear in the particle evolution equations [94].

4.1.1. The Spray Equation

For given physical properties of the particle (composition, density, etc.), the particle field is characterized
by the particle locations, velocities, radii and temperatures. This can be expressed in terms of a particle
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distribution function, f, so that:
TRy Wy Py Tz £ 00,0004 T, (4.1)

is the probable number of droplets per unit volume at location x,, in the velocity range (u,, u, + du,),
the size range (7, 7, + dr;), and the temperature range (7}, T}, + dT},). The evolution of this particle
distribution can be described by an equation of the Fokker-Planck form [9s]:

df du, d dry d dTy df df

v+ () (E) e (B ) = (7). () o9
Here, expressions for the particle acceleration, evaporation and heating are required in the third
through fifth terms on the left-hand side. Similar models for particle collision and breakup appear on
the right-hand side. Such models are available in the literature [87, 96] and are described in the earlier
report [93]. Unfortunately, Eq. 4.2 is a differential equation in nine dimensions, a fact which makes
direct numerical evolution prohibitive in the general case. The standard alternative is to represent f
using a fine-grained distribution and Monte Carlo methods. That s, f is represented by a sufficiently
large number of discrete distributions, each representing a number of particles, N,,, with the same
particular characteristics (X, u,, 7, T}, t). All of the N, particles in a fine-grained distribution share
the same evolution equation, and f is found by summing over the discrete distributions. In this
manner, the evolution of f can be described using evolution equations for individual particles. Such
evolution equations are provided in 4.2.

Because it is typically prohibitive to track all of the particles in a flow, representative parcels of particles
are instead tracked. The particles in a given parcel share a common origin and common material
properties. To further simplify the parcel evolution equations, each parcel consists of mono-disperse
(single-diameter) particles so that all particles in the parcel are described by the same set of evolution
equations. For flows where the particle size is distributed over a range of values, it is still necessary to
track a statistically significant number of parcels to reproduce the mean behavior. Typically, a large
number of parcels (tens or hundreds of thousands) are tracked to describe the evolution of the particle

field.

4.1.2. A Combined Eulerian-Lagrangian Approach

The typical approach to CFD is to employ Eulerian descriptions of the flow field. Such an Eulerian
formulation is employed to evolve the gas-phase continuum flow in the present case using standard
methods [97]. To evolve the fine-grained distribution as indicated above, a Lagrangian approach is
necessary [98, 99, 100, 101]. Such an approach has been used in other CFD applications including, for
example, the popular internal combustion engineering simulation code, KIVA [87]. The coupling
between the Eulerian and Lagrangian fields is key to capturing certain relevant physics, and this
coupling is described in detail in 4.2 and in 4.3.

The present paper presumes that turbulent flow fields will be of interest, and that these turbulent flows
cannot be fully resolved. Then, in addition to the continuity, momentum, species, and energy
equations, there will be representations for the turbulent fluctuations. It is common to employ
two-equation models in Reynolds-averaged Navier-Stokes (R ANS) approaches while large-eddy
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simulation (LES) techniques employ estimates of the subgrid fluctuations based on resolved quantities.
For the present purposes, the & — € turbulence model [102] will be presumed with extensions to other
methods being straightforward.

When a particle collides with a solid wall, it is assumed to adhere to the wall if the impact velocity
(kinetic energy) is sufficiently high, and bounces otherwise. In general, adherence is the predominant
result of collisions for the particles considered here. It is well known that fine powders can be
convectively lifted from surfaces and transported elsewhere, but this is beyond the scope of the current
study. Models for the particle breakup due to hydrodynamic forces and for particle collisions are also
available. For these purposes, models developed elsewhere and available in the literature [87, 96] are

employed.

4.2. PARTICLE TRANSPORT MODEL

In this section, the equations describing the evolution of parcels of particles are presented. Models are
presented for the particle motion and for heat and mass transfer (ie. evaporation and combustion).

4.2.1. Particle Acceleration and Trajectories

Particles with densities much greater than that of a the fluid phase (solid or liquid particles in gaseous
flows) are primarily affected by drag forces and body forces. In this limit where p, >> p,, the particle
acceleration is written [88]:

dupi _ 3psCplug — uy| Pp — Py
ke Ipd, (ugi — tpsi) + o )Y (4.3)

where u,,; and u, ; are the ith component of the particle and gas velocities, respectively, [u, — u,| is the
vector magnitude of the velocity differences, p, and p,, are the particle and gas densities, and g; is the "
component of the acceleration due to body forces. The particle diameter is d), and this should be
considered to be the equivalent particle diameter corresponding to a spherical particle. The effects of
non-sphericity on the acceleration can be accounted for through the drag coefficient, Cp. The
gas-velocity to be employed in 4.3 is taken from the Eulerian solution of the continuum field. For
turbulent flows, the sum of the mean (resolved) velocity and a perturbation to that mean, accounting
for the turbulent fluctuations, both contribute to the gas velocity. The effects of turbulent fluctuations
are described in the following section, 4.2.2.

For a spherical particle, the drag coefficient is modeled using standard drag coefficient relations:

24(1+ Re,)¥3/Re,  forRe, < 1000
Cp = (4.4)
0.424 forRe, > 1000
The particle Reynolds number, ey, is based on the slip velocity and the particle diameter
d _
Re, = Pyy|tly — uy| (4.5)
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Yuen and Chen [103] recommend evaluating the viscosity in 4.5 based on the weighted average of the
properties at the gas-phase side of the particle surface (weighted by two-thirds) and the gas-phase
properties far from the particle (weighted by one-third), the so called ’1/3 rule.” So for properties at the
surface and far field identified with a subscripted f and oo, respectively, the viscosity would be

fg = Hoo/3 +2py/3. (4.6)

A similar relationship is suggested for other transport coefficients (conductivity, diffusivity, etc.). Note
that additional forces are relevant for particles with densities nearer to or less than the continuum phase
(bubbles) and for particles with high Reynolds numbers. A comprehensive overview of the force on
particles is available from Maxey and Riley [94]. Equation 4.3 can be linearized and written

dutp; _ (tigi — iy -
M =an (47)
dt Tp Py

_ 4p,d,
3psCpluy — uy|

Tp (4.8)
where 7, is the particle velocity response time. In the small Reynolds number limit where the drag
coefhicient is inversely proportional to the slip velocity, this linearization is particularly relevant. Given
the particle acceleration from Eq. 4.3, the particle trajectories can be determined by integrating the
simple ODE

dx i
d? = Up,i (49)

Since all the particles within a parcel are the same size, all parcel trajectories are determined by Eqn. 4.9,
subject to turbulence effects described below in 4.2.2.

4.2.2. Particle Dispersion and Turbulence

In CFD modeling of turbulent flows, the full velocity spectrum is generally not resolved. Instead,
certain velocity fluctuations are modeled, being represented through the turbulent kinetic energy, £,
which is half the sum of the squares of the velocity fluctuations. These velocity fluctuations tend to
introduce random fluctuations in the particle velocities that result in real particles being dispersed
relative to the mean continuum flow [104, 105]. For Lagrangian particle methods, this phenomenon is
modeled in two ways: by perturbing the velocity of parcels of particles and by affecting the spatial extent
of the parcel itself.

To account for the effects of the velocity fluctuations on the parcels or particles, the random walk model
of Gosman and Ioannides [98], as modified by Shuen et al. [99], is employed. In this approach, the gas
velocity employed in equations 4.3, 4.5, 4.7, and 4.8 is the sum of the mean gas velocity, (u4;), and a
fluctuating velocity that is sampled from a normal (Gaussian) velocity distribution with a standard
deviation given by o, = y/2k/3. For LES, k here would be replaced with the subgrid kinetic energy.
Sampling from the inverted cumulative distribution function with a random number uniformly
distributed between zero and unity, RNV, gives the appropriate fluctuating velocity. The total and
fluctuating gas velocities are then

Ugi = {Ugs) + ulg,i (4.10)
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u, ;= V20,erf'(2RN — 1) (4.11)

where er f ! is the inverse error function. The time during which a given velocity fluctuation affects a
given parcel is determined by the expected time that the particle takes to cross the eddy inducing the
given velocity fluctuation. Small particles will tend to stay in an eddy for the duration of the eddy

lifetime,
To= \/3/203/4]€/6 (4.12)

where € is the turbulent energy dissipation rate and C), = 0.09. Larger particles will have sufficient slip
velocity to cross the eddy. The eddy-crossing time is estimated as

Loy
o= —1yln|l— ——2 (4.33)
Tpluy — |

where the eddy length scale is L. = CE/ A3/ /€. The eddy interaction time, that is the time over which

a given velocity perturbation affect u, ; in Eqns 4.10 and 4.11, is the minimum of 7. and 7¢. The particles
comprising a parcel are presumed to be distributed about the center of the parcel, tracked by Eq. 4.9, in

a normal (Gaussian) manner with the standard deviation in each direction given by o;, where ¢ is either

x, 1, or z. This distribution is written

ﬁ@@;wz———ﬁL——mm(—Fx_%y+”y‘%y+wz‘%fb (414)

(27m)3/20,040, 20,2 2a,° 20,2

where N, is the total number of particles in the parcel and 27, is the center of the parcel. The spatial
extent of the parcel is thus determined by ;. This term is affected by unresolved turbulent fluctuations
that act differently on the particles across the parcel. Following Zhou and Yao [100], the spatial extent of
the parcel is the mean square displacement over time

0t =Y |u S (A)?] (4.15)

where w, ; satisfies the ODE
du'p; _ (Wgi — upy)
dt Ty

(4.16)

and At; is the time over which v, ; acts. Equation 4.16 is obtained by subtracting the instantaneous
particle equations from the mean particle equations. Note that large particles with large 7, are not

dispersed appreciably.

4.2.3. Mass and Energy Exchange between Particles and the Gas
Phase

Particles may exchange mass and energy with the gas phase according to conservation principles across
the interface. The physics of mass and energy transfer are described in detail here because the anticipated
applications include a wide range of physical phenomena that have not been described together.
Included in the phenomena of interest are metal and hydrocarbon particle combustion as well as particle
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condensation and evaporation. Each of these is anticipated to be strongly energetic in the sense that the
product of the evaporation rate with the ethalpy of evaporation and combustion is expected to be
substantial. Further, for evaporation and condensation applications, it is expected that vapor pressures
will range over a sufficiently wide range that the transition from evaporation to condensation should be
correctly described as this often limits evaporation and condensation rates. For metal combustion, the
associated temperatures are sufficiently high so that radiative heat transfer must be considered.

The theory for droplet vaporization and combustion has generally been developed based on a large
number of simplifications [82, 83] including spherical-symmetry, unity Lewis numbers, droplet surfaces
at the boiling temperature, and infinitely fast conduction through the droplet. Recent work provides
guidance as to how these assumptions can be relaxed [106].

4.2.3.1. Theory for spherically symmetric flow

In general, the theory of heat and mass transfer is developed for spherically symmetric systems and then
corrected to account for increased transfer associated with advection and asymmetry. In this section,
relations are developed based on the assumption of spherical symmetry and corrections is provided in

4.2.3.2.

op 10, ,
3 + T—QE(pr v)=0 (4.17)
can be integrated to give
me = 4mpriv (4.18)

where 1, is the rate of mass evaporation from the particle, v is the Stefan velocity, directed normally
away from the particle, and p is the local vapor density considering both the particle vapor and the
continuum gas concentrations. A coordinate transformation to the variable

oo 1
fT:/TO mdr (4.19)

or

[ 1
£y =hy /TO —47rr2(pDF)dT (4.20)

which represents the ratio of the Stefan velocity to the thermal diffusion velocity, greatly simplifying the
species and energy conservation equations. In Eqns. 4.19 and 4.20, A is the thermal conductivity of the
vapor, ¢, is its specific heat at constant pressure, and D is the evaporating species diffusion coefficient.
The subscript o on the evaporation rate indicates that this evaporation corresponds to that for the
spherically-symmetric case; corrections relating the evaporation rate for the spherically-symmetric case
to that with finite-slip velocities are provided in 4.2.3.2. In the spherically-symmetric case, conservation
equations for conserved scalars, 3, can be written

OBe  0°By

—+——— =0 .
for which an analytic solution

Br = C1 + Che™% (4.22)
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is readily obtained. In non-reacting, non-radiating flows, any mass fraction or temperature can be a
conserved scalar. Other conserved scalars are provided below. The appropriate from of 4.19 and 4.20 to
be used depends on the variable represented by 4.21. Since the diffusion coefficients appearing in 4.20 are
most important near the particle surface, the diffusion coefficient to be employed is that most relevant
at the surface. The choice will be clearly identified below. The application of the Dirichlet boundary
conditions at both the surface and far from the droplet and the application of a Neumann boundary
condition at the surface relate the boundary conditions for the conserved scalar to 1, through &,

5 > 1 _ Poo — ﬁf
§k7f =My /7:0 WCZT =In 1 -+ dﬁ (423)
g

where the subscript f indicates quantities evaluated at the droplet surface, the so-called film state. For
reacting flows ' we will consider two such conserved scalars in the present work. Allowing variable
properties, the temperature oxidizer coupling function is

T
Y W com
Br-o = / cpdT + % (4.24)

where W is the molecular weight and v; is the stoichiometric coeflicient of species 7. The standard

enthalpy of combustion for fuel and oxidizer, per unit mass of fuel evaluated at the film temperature,
Tf, is

(4.25)

ho tWov, Wy
QComb:hF,f+ Of o Z{ ) p:|

WFI/F WFI/F

where the last summation is taken over the produces of reaction, p. Note that when there is no
combustion, the second term in Eqn. 4.25 is ignored. For 87_¢, the thermal diffusivity is the relevant
diffusivity so that Eqn. 4.19 is employed in conjunction with Sr_o.

The constants C'; and Cy in 4.22 are evaluated using the boundary conditions for the temperature and
oxidizer at the droplet surface and in the far field. The boundary conditions employed for temperature
are that the heat flux into the particle is balanced by the sum of the enthalpy of vaporization, the heating
of the particle and any radiative losses

dT . dT . di,
471'7"2/\ % ; = —MyCp,r g_T ; = mhvap + Qrad + mpcv,pd—tp

(4.26)
Here, the enthalpy of vaporization is g, the particle specific heat is ¢, , and the radiative heat loss
over the droplet surface is

Qrad 471—7’;0 (UTp4 - Gln/4) (42'7)

where a is the particle absorptivity, o is the Stefan-Boltzmann constant, and G, is the incident
radiation. The incident radiation is the radiation intensity integrated over all directions, that is, the

' The general configuration considered is a fuel droplet reacting in an oxidizing atmosphere; in the event that, for example,
an oxidizer droplet is reacting in a fuel atmosphere, then the "oxidizer" and "fuel” described would be switched. Also, if
there is no reaction, the results generalize to droplet evaporation where the "fuel” is the evaporating component.
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entire 47 steradian solid angle. If the radiation intensity is 1, then Gy, = || 4 1d€Y where d€Q is the
differential solid angle. If the particle is not opaque, the particle absorptivity will be a function of the
particle size [107]. Note that, in Eqn 4.26, the evaporation rate appears without the subscript o,
indicating that this is the evaporation rate corrected for finite-slip velocities as prescribed in 4.42 below.
This is appropriate because the heat and mass flux to the surface are both increased by the relative
droplet motion, while the other terms in 4.26 are not affected by that. The oxidizer is presumed to not
be absorbed by the surface so that a no-flux boundary condition is employed

dYo

— =L Yo +. 28
dér €o.f¥o,r (4.28)

Because the thermal diffusivity is used in definition {7 for S7_o, the ratio of the thermal to mass
diffusivity in the form of th oxidizer Lewis number appears in 4.28. Taking the derivative of Eqn. 4.24
evaluated at the droplet surface and using 4.26 and 4.28, we obtain

dfr-o
dér
that will appear in the denominator of Eqn. 4.23. Also the temperature and oxidizer mass fraction must
approach their far field values at large radii. Additional assumptions are required to identify the
temperature and the oxidizer mass fraction at the surface; these will be discussed later. Applying these

boundary conditions to 4.22 for Sr_o provides an expression for the rate of evaporation in terms of &7
evaluated at the surface of the particle

(4.29)

:_hvap_QTad_M%—l—/ dede_M
¥ m m dt . dér Leo sroWo

e 1
— ) e B T == 1 1 B - .
Er.p = Mio /To 47#2()\/%)6” n (1 + Br_o] (4.30)

where the Spalding transfer number associated with B7_¢ is

T T (Yoo — Yo r)Wr
fTo vaoodT - fTO vade + Qeomb IV voWo

Qr‘ad mpcv,p dT i dcp f YO fWFCIcomb
i [ Mo Ty p 3657 g ¢ 20,0t
m m o dér Leo fl/0WO

(4.31)

Br_o=
hvap +

Here the subscripts f and oo indicate the states at the particle surface (on the gas-phase side of the
interface) and the ambient far-field environment, respectively. The denominator in 4.31 represents a
variety of potential sinks for the enthalpy at the droplet surface. These sinks include, in the order in
which they are written, the enthalpy associated with vaporizing the particle, the radiative losses from the
surface, the enthalpy conducted into the particle, the enthalpy flux to the gas-phase due to variable
specific heats, and the enthalpy of combustion lost as a consequence of oxidizer leakage. Note that the
radiative absorption and emission from the particle surface, ()44, are included here in the surface
boundary condition, but the radiative losses from a flame around the droplet must be accounted for by
modifying geoms to provide an effective heat release, the heat release decremented by the near flame
radiative losses. As far as the droplet is concerned, these radiative losses are far enough away to not affect
the film state except to the extent that radiative flux to the surface is affected.
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The above expressions comprise a relatively complete definition of the physics of particle evaporation,
combustion, and interaction with a radiative field accounting for variable thermophysical properties.
These expressions are simplified by making the assumption that no oxidizer penetrates a flame to reach
the surface, Yo 5 = 0, and by setting 7y = T} leading to

Y W comu
J‘;—‘oc Cp oodT + 0,00 Fq b

y @rad L (MCop T, (432)
Y m dt

Br o =

where the denominator is referred to as the effective enthalpy

Qrad mpCyp dTp
he = hva : —=—= 1. .
It e R (433)

Equation 4.32 is employed in the numerical models. A coupling function for fuel and oxidizer is similar
written

B = ol = =2 (434)
T—0 We VOWO 4.34
For a species that is evaporating, the flux boundary condition is
dYr
— =Yr, - Y, :
( i f) Fp— YFf (4.35)
and the fuel-oxidizer Spalding mass transfer number is
Yo oo W
Yrr— ¥ooe+ O ¥
By g = volWo (436)
Ypp — Yy

where Yo ; = 0 has been assumed as in Eq. 4.32. Note that only one of Yy o or Y7 o, will be non-zero
based on the current assumption of zero leakage through flames; if combustion is occurring then it will
be Y o that is zero. The diffusion coefficient appropriate for the fuel-oxidizer coupling function is that
for the fuel so that the second of Eqn 4.19 and 4.20 is used with the diffusion coefficient specifically that
of the fuel, and the equivalent of Eqn. 4.30 for the fuel-oxidizer system

o 1
= — = In|l + Bp_ .
Erp = Mo /ro Arr2(pDr) n[l+ Br_o] (437)

4.2.3.2. Extension to multiple oxidizers

Multiple oxidizers is discussed in detail later, in 4.2.4.2.
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4.2.3.3. Correlations for finite slip velocities

The above relationships for the heat and mass transfer are derived for a spherically symmetric field
around the droplet and are valid for droplets with zero slip velocity in the absence of buoyancy.
Empirical correlations are available in terms of the Nusselt and Sherwood numbers parametrized by
Reynolds, Schmidt, and Prandtl numbers to describe the effect of finite slip velocities in modifying the

heat and mass transfer by reducing the boundary layer thickness. The Schmidt and Prandt numbers are
defined:

C
Pr = 24t (438)
g
Se = p“—D (4.39)
g=g

These quantities with the subscript g represent appropriate averages for transport properties in the gas
phase boundary layer around the particle.These gas-phase quantities are evaluated using an appropriate
averaging process that will generally be analogous to Eqn. 4.6. The alternative is to tabulate these
quantities using Eqns 4.46 and 4.47. The Nusselt number describes a dimensionless heat transfer rate to
the droplet for a given difference between the ambient and surface temperature,

dT / Lo YO ooWF dcomb
Nur = | 2r,cp 0 — Cpoodl + —————— .40
f ( PeP9 g ‘f)/( - D, voWo (44 )

The correction to the evaporation rate employed in the present work is based on measurements by Ranz

and Marshall (1952)

N
Y (14 0.3ReV2Pr1/3) (4.41)
Nug re=o

This can be introduced into 4.31, and the evaporation rate can be written

NUf

L
Nuf,RezO

o (4-42)

The Nusselt number for zero slip velocity, Nu ¢ pe—o, is included in the relations of the previous section,
specifically in Eq. 4.31. A similar correlation,

Shy
Shf,Re:O

Yo..oW,
<YF, ;= YF oo+ 221 (4.44)
f V0W0

which is the dimensionless mass transfer coefficient, so that the evaporation rate for finite slip velocities
can also be written

= (14 0.3Re/2ScY?) (4.43)

can be used for the Sherwood number,

Y,
S]’Lf = (—2T’p dd—TF

Shy

o=
Shy Re=0

My (4-45)
where 1, should be taken from Eqn. 4.37.
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4.2.3.4. Evaporation rates and effective diffusivities

The evaporation rate is seen in Eqn 4.30 and 4.37 to depend linearly on an area-weighted gas-phase
diffusivity. Since accurate evaluation of this weighting is not feasible for the particle transport model,

effect diffusivities,
i = |4nr / h L dr B (4.46)
o/ o I v Amr(A/cy) e

00 1 -1
(pDF>eff = {47”% /TO Wdr} (4.47)

are defined. The one-third rule defined in Eq. 4.6 provides a rough guideline for evaluating these
diffusion coefficients in some cases. The effective thermal diffusion coefhicient is combined with Eqns.
4.30 and 4.42 to give an evaporating rate based on thermal diffusion

1 = 4wry, (0Dr), 44 % In[1+ Br_o]. (4.48)
The strong dependence of the evaporating rate on the diffusion coefficient, coupled with the fact that
the diffusion coefhicients depend strongly on variations in the compositions and temperature of the
gases around the droplet, mean that the reasonable but judicious choice of diffusion coeflicients can
often match observed experimental measurements. Similarly, the mass transfer driven evaporation rate
can be written with the use of Eqns. 4.37, 4.43, and 4.45

h
I _In[1+ Br_o] (4-49)

m = 47TTp (pDF>eff m

It is necessary that the evaporation rate predicted by Eqn. 4.49 be equal to that predicted by 4.48. These
equations show that thermal and mass diffusion vary both through their diffusion coefhicients and
through difference in boundary layer thickness attributable to finite slip velocities. Both these effects are
combined in an effective Lewis number, Le., to give

foo dr Nuy
To 4’/’(’7’2(pr) Nuf,Re:O
Leeff = - dar Shf (4-50)

fr” Amr2(A/cp) Shf re=o

Equations 4.48, 4.49, and 4.50 are used in the computational model for the evaporation rate. Note that
energy and mass conservation must vie the same evaporation rate; this requirement determines the film
state as described in the following section, 4.2.3.5.

4.2.3.5. Closure of film state with effective heat transfer coefficient

The system described by Eqns. 4.48 and 4.49 is closed with two additional assumptions. First, the film
conditions, T’y and Y7, are related through the Clausius-Clapeyron relationship

howr (11
Pp s = P.sexp l— Rp (?f - f)] (4.51)
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where the partial pressure gives the mole fraction through Xz = Pp ¢/ P that can subsequently be
converted to the mass fraction with the relationship Yr = XpWpr /3, X W), . As provided by
Lefebvre [108], such a relationship is

Tcm' _ T 0.38
S ) (4.52)

hvap = hvap,ref (ﬁ
cri re

for Ty < T, and zero otherwise. If the critical point temperature is not provided, the code sets 7%, to
a very large value, essentially making /., independent of temperature. Second, the droplet heating is
related to the difference between the film temperature and the droplet temperature by assuming an
effective internal heat transfer coefficient in the form of an internal Nusselt number, Nu,, for the
particle so that

MpCyp—r = 211, Nup (T — Tpy). (4.53)

This internal Nusselt number, which is different from that for the external heat transfer indicated in
Eqn. 4.42, can be estimated based on the results of numerical studies where the internal droplet was
resolved [106, 109]. There the Nusselt numbers for no circulation and for rapid circulation were
identified as 6.58 and 17.9, respectively, and a transition region was also identified based on the liquid
Peclet number

2 v USUT ace
Pe, = “PpluptsurfaceTp (454)
Ap
where s
12.69|u, — u,|Re i
Usur ace — £ g P s .
f 16 " (4.55)

which is based on the maximum surface velocity, Usyy face. This transition was empirically fitted [106]
to

Nu, = 6.58 [1.86 + 0.86tanh [2.245log1o (Pe,/30)]] . (4.56)

In [106], both the evaporation rate and the surface temperature were reproduces using Eq. 4.56 with
lictle error compared to simulations incorporating a detailed internal droplet convection model.
Naturally, the liquid Peclet number should be zero if the particle is below the freezing temperature of
the particle constituent.

The evaporation rates indicated in Eqns. 4.48 and 4.49 must be equal, subject to the constraints of
Eqns. 4.51and 4.53 based on the closure approximation employed in this section. Equating Eqns. 4.48
and 4.49 leads to a nonlinear equation for the surface temperature that is to be solved. This is readily
solved using Newton’s method as described here. Newton’s method is an iterative root-finding method
written in the form

T =TF — g(T}) /¢ (T}) (4.57)
where g(7y) = 0 is the equation for which the root will be found and the superscript 7 refers to the
iteration number. Equating Eqns. 4.48 and 4.49 and using 4.50 gives

9(Ty) = (1+ Br_o)*/ —1—Br_o (4.58)
Differentiation gives

dBr-o dBp-o
dr; I

g'(Ty) = Lecss(1 + Br_g)Feerr=b (4.59)
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de Cp, rf

dBT_o _ I/0WO ( 60)
dT; hes s -
YO coWF)
Vi — Yoo + 22 0F
dBr-o _ < e voWo dYFf (4.61)
dTy (Yrp = Yiy)? ‘
Piiin, B [ 1 0.38 ( 1 >] [ ( | )]
~WrW, Pl—s+———|= eTp
dYFyf _ re Pref R sz (TCTit - Tf) Tf Tef f Tref
dTy h
Wg — W, W i —
F + gPref p |: R < Tef
(4.62)
dhesr — 2mrpNup)y  Leg [Qraa + 27y Nupy(Ty — Tp)] dBr-o (4.63)

Ty — m(1+ Bp_o) [In(1+ Br_o)]  dT}
In writing these expressions for ¢/, it is assumed that Yy y = 0 and Tp = T7.

Because of the strong nonlinearities in g(7 ), care must be taken in providing initial conditions to solve
these relations. This is conducted through a two-stage procedure. First, the boiling point temperature is
identified, then a temperature just under the boiling temperature is used as an initial guess for the
iterative solution that determines the film temperature. This procedure arises from a consideration of
the shape of the g(T). For realistic temperatures, those for which 0 < Y} < 1, both g(T%) and ¢'(T%),
are monotonically strongly increasing in magnitude. An initial guess with a temperature that is too low
(less than T') results in a prediction, with the Newton’s method, of a very high temperature on the
successive iteration due to the small magnitude of the derivative, ¢, for a small T. Typically, this second
iteration will result in a temperature for which Y; > 1 that leads to negative values of B,, and the
iteration diverges into non-physical regimes. However, an initial guess that is within the physically
reasonable regime (0 < Y; < 1) and yet above the final T’ will reliably converge. Therefore, the initial
guess of T' = 0.99999T},; is used as an initial guess in determining the film temperature. This method
has been tested for a wide range of conditions and appears robust except for those scenarios where the
denominator of By takes on negative values. (Since T can be less than T}, and this can result in the
denominator of By taking on negative values, in which case the iteration may fail.) In the event that the
iteration fails, the fast conduction limit described in 4.2.3.6 is employed.

4.2.3.6. Closure for surface state assuming fast conduction

The surface state described in the previous section is the most physically realistic state that can be
obtained without solving a differential equation for the heat transfer with the droplet. However,
determining this state involves the iterative solution of a system of nonlinear equations. In the previous
section a robust method of solving these equations is provided, but a simpler approximation may
provide suitable results under certain conditions. This simpler approach is to assume that the heat
transfer within the droplet is fast relative to the heating of the droplet. This is equivalent to taking the
zero Biot number limit, Bi &= NusAs/Nu,\, — 0, in Eqn. 4.53, in which case Ty = T},. With the film
state determined by the droplet temperature, the film mass fraction is directly obtained from Eqns. 4.51
and 4.52, and the mass transfer number is obtained from Eq. 4.36 with the evaporation rate following
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from Eqn. 4.49. The thermal transfer number is obtained from the mass transfer number by equating
Eqns. 4.49 and 4.48, and the droplet heating is obtained y solving for the enthalpy change of the particle
in Eq. 4.31 to obtain

T. YO OOWFQComb

o2 OOdT — e e e

MpCop Al ho Qrad n fo @, + voWo
: - . vap :

mdt m Br_o

(4.64)

Sirignano [110] and coworkers have demonstrated that for many conditions, this particular limit is a
poor approximation for at least some of the particle lifetime. In the present models, this limit is
employed in two situations: (a) if the particle temperature is within 1% of the wet bulb temperature,
and (b) if the particle temperature exceeds the wet bulb temperature. As the droplet temperature
approaches the wet bulb temperature, employing this limit is inconsequential. In the latter case, the rate
of droplet cooling is likely to be over predicted, but this is a scenario for which the convergence of the
film state otherwise is not guaranteed. In the interest of creating a more robust model, and because this
particular situation is not anticipated to be predominant, we employ this simpler limit.

4.2.4. Conserved scalars and transfer numbers for various
applications

In 4.2.3.3, expressions are provided for the particle evaporation rate, 4.49 and 4.48, using a model system
of fuel evaporating from the particle and reactive with an oxidizer that diffuses from the ambient gas.
Of significance in those expressions are the transfer numbers defined in 4.2.3.1in Eqns. 4.32 and 4.31,
and these in turn are based upon conserved scalars defined in Eqns. 4.24 and 4.34. In this appendix,
expressions for alternate transfer numbers and conserved scalars are provided for two additional systems:
a simpler system in which evaporating or condensation occurs without any reaction in the boundary
layer (ie. water droplet evaporation or condensation) and a more complicated system in which multiple
oxidizers are involved in the oxidation of the evaporated fuel (relevant to metal oxidation).

4.2.4.1. Simple evaporation and condensation

When species evaporate or condense but do not otherwise react in the boundary layer surrounding the
particle, the species mass fraction of the evaporating/condensing species itself is a conserved scalar. In
this case, the mass transfer number corresponding to Eq. 4.31 is simply

Bp_o =D~ 1 (4:65)

and the heat transfer number corresponding to 4.32 is

fzzpoo CpoodT
Br_o = ! (4.66)
h + Qrad + mpcv,p dTp
P modt
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4.2.4.2. Multiple Oxidizers

For metal oxidation, it is possible to have multiple oxidizers that simultaneously react with the
evaporating metal. These can be expressed with a series of parallel single-oxidizer reactions of the form
F +vo,0; — Yp, ; Pj;. Useful conserved scalars that can be formed with this set of reactions

include - 5
F 0;
o=y O 6
Br-o W oW, (4.67)
T
Wrq;
0= c,dT -+ Yo. .68
Br-o /Tf . E oo, 0; (4.68)

where the enthalpy of reaction of the i-th oxidizer, O;, with Fis given by g;. These are analogous to the
conserved scalars defined in Eqns. 4.24 and 4.34. Using these conserved scalars, a mass transfer number
analogous to Eqn. 4.31is found to be

WFQZ
Y, ¥rias
. Fp F, +21VoiWoi (469)
0= 4.69
F-0O YFp _ YF7f
and the heat transfer number is
Yo. oW,
f:;FOO Cp,oodI + ZiM
By — vo,Wo, (4.70)
T-0 o Qrad N MpCop A1) '
P ™m mdt

These can be employed in Eqn. 4.48 and 4.49 to provide expressions for the particle mass burning rate
as a function of the various oxidizer mass fractions far from the particle.

4.2.5. Energy Exchange between Particles and the Gas Phase
Without Mass Transfer

In this section, a whersimpler scenario is considered where evaporation from and condensation onto
particles is presumed to be negligible. For example, metal particles in dry air at ambient temperatures are
unlikely to participate in evaporation or condensation. Models are presented in this section to treat
these scenarios. The models described in the previous sections are ill posed to solve these problems
because the formulation is based on a balance between diffusion and the Stefan convective velocity,
which is proportional to the negligible 7i2. The models in this section are triggered if the particle
constituent or its product of reaction does not exist in the gas phase. They are also triggered if the vapor
pressure calculated using both the droplet temperature and the gas temperature results in values for
each of the three terms in the numerator of Br_o that are less than a tiny number (say 107®). In these
cases, the fuel-oxidizer coupling function will result in a negligibly small evaporation rate that can be
bounded without requiring a solution of the actual film state.

In the event that there is no mass transfer, the particle heating rate is determined based on the balance
between conductive and radiative transfer. The conductive heat transfer can be expressed using an
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effective heat transfer coefficient, thereby taking advantage of available Nusselt number correlations
indicated in 4.2.4.1. Then the relationship for the droplet heating is

dT,

MpCop dt

= 2r Nusrphs(Ty, — Tf) + 47T()4T;(Gm/4 — O'T;l). (4.71)

For the particle with no mass transfer, the closure of the film temperature is obtained by equating the
external heat flux, described by the right hand side of Eqn. 4.71, with the internal heat flux, as indicated
on the right hand side of Eqn. 4.53 to obtain

- NughsTy + NupAp T, + 201 (Gin /4 — 0T))
F= Nughs + Nuyh,

(4.72)

4.2.6. Further Notes on Radiative Heat Transfer

The expression employed for radiative droplet heating in Eqn. 4.27 is appropriate for relatively large and
opaque particles, referred to as the geometric optics limit. For different particles, the expression for the
absorptivity will change, but otherwise the expressions remain appropriate. To identify the appropriate
absorptivity, it is useful to compare absorption coefficients for particle clouds. The absorption
coefficient, K, in units of inverse length, is an effective cross-sectional area per volume. For large particles
with a condense phase absorptivity give by «, the absorption coeflicient is the summation of the
cross-sectional areas time the absorptivity

il
k= VCZP [m‘f,a . fo(X; xo,t)dx] ) (4.73)

For comparison, in the small-particle or Rayleigh limit, the absorption coefficient is proportional to the
volume fraction with the proportionality coming from the complex index of refraction. For
intermediate particles where the particle optical depth is comparable to the particle radius, intermediate
limits are appropriate, and the absorption can range from being proportional to the particle area to
being proportional to the particle volume. The appropriate absorption coefficient, and from it the
particle emissivity, cases can be determined as described in the available texts [107, 111].

4.2.7. Input Parameters for Particle Evolution

A large number of parameters are required to specify the evolution of the particles. The parameters
provided in the input file are described in table 4.2-1. In addition, table 4.2-2 specifies those variables
that must be obtained from the gas-phase continuum flow. Because parcels of particles have finite extent
and may span several control volumes, it is sometimes necessary to interpolate values of these gas-phase
variables from several control volumes.
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Table 4.2-1.. Input parameters related to the particle evolution
provided through the input file

Variable | Input name Units Description

Pp INJP_DENp kg/m? Particle density

Ty INJP_Tp K Particle temperature

Wg INJP_MWp kmol/kg Molecular weight of fuel or par-
ticle component

Cop INJP_Clp J/kg/K Particle specific heat

o INJP_Emp none Particle absorptivity,emissivity

Pr INJP_Prf none Film Prandtl number

Sc INJP_Scf none Film Schmidt number

Pret INJP_Prefvapp | Pa Reference pressure for vapor-
ization for particle

Liat INJP_Trefvapp | K Reference temperature for va-
porization for particle

hyaprer | INJP_Hvaprefp | J/kg Reference enthalpy of vaporiza-
tion for particle

Terit INJP_Ticp K Critical temperature for particle

T}, INJP_Tifp K Freezing temperature for parti-
cle

Op INJP_STp N/m Particle surface tension

L INJP_mup kg/m/s Particle viscosity

Pr, INJP_Prl none Particle Prandtl number

Qeomb J/kg Enthalpy of combustion for va-
por species evaluated at T’

v; mol/ mol Fuel | Stoichiometric coefficients (rel-

ative to evaporating species)
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Table 4.2-2.. Variables passed from the gas-phase
solver required to evolve the particles

Variable Units Description

Do kg/m3 Gas-phase density

P Pa Pressure

Ug, Vg, Wy | M/S Mean gas velocity

k s Turbulent kinetic energy

€ m?/s3 Turbulent kinetic energy dissi-
pation rate

T K Gas temperature

w kg/mol | Gas-phase mean molecular
weight

Yo N/A Mass fraction of fuel in gas
phase

Y500 N/A Mass fraction of oxidizer in gas
phase

Cpioo J/kg/K | Gas-phase specific heat

Lg kg/m/s | Gas-phase viscosity

Gin W/m? Incident radiation

Eulerian

4.3.
FIELDS

COUPLING THE LAGRANGIAN AND EULERIAN

The previous section provides a description of the particle evolution given a gas-phase environment. In
this section the means by which the gas-phase environment for a particle is determined from an Eulerian
solution presumed to use a control-volume or similar approach. Following this, the effect of the particle
field on the Eulerian field is described. Finally, to ensure that the coupled evolution proceeds in a
physically realistic manner, it is necessary to identify limits on the time step size.

4.3.1. Gas-phase environment for parcels

When a parcel of particles spans more than a single control volume, it is appropriate to employ a
weighted average of the gas properties in the control volumes spanned by the parcel. The average is
weighted by the number of particles in a given control volume, which is obtained from f, (x; X, t)
defined in Eqn. 4.14. Thus, the average value of a gas-phase variable, ¢, for a parcel is

fv ¢(X7 t)fa(x; Xo, t)dx
Ji fo (x5 %0, t)dx

where the integral volume may span more than one control volume. This procedure is employed for all
gas phase variables that appear in the droplet evolution equations in 4.2. For transport properties (i.e.

¢ =

(4.74)
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various diffusion coeflicients), the gas phase properties employed are evaluated using the ’1/3 rule’ as
indicated for viscosity in Eqn. 4.6.

4.3.2. Effect of the particle phase on the gas phase

The source terms provided in the previous section show how the gas-phase properties affect the
conservation of mass, momentum, and energy for the particles. From Newton’s third law, the action of
the gas phase on the particles must be balanced by an action of the particles on the gas phase. This action
is determined directly from the change in the state of the particle phase as described in the following.

The source of the mass for a given control volume, V., located at (X, t) is determined by summing the
changes in the masses of all the particles in that control volume over the gas-phase time step 6t

Simass(X, ) = —%ZP [mp(t : 62 . U y Jo (%5 %o, t)dX} : (4.75)

Here, the summation is presumed to occur over the P parcels that contribute to the control volume at
(x,t), and the addend in the square brackets corresponds to the mass change and particle number
distribution in each of the P parcels. The similar equation for species concentration incorporates the
conversion of the mass of the particle component to the mass of the gas-phase component. For pure
evaporation, the conversion is trivial, but for combustion where the fuel evaporation corresponds to
oxidizer consumption and the product formation, the expressions become complicated. The general
expression for the species mass source term is

viWi my,(t 4 0t) — my(t) ‘
Smass it X t V Z l: 5t % fa<X7 Xo) t)dX ; (476)

Here, v; is the number of moles of species ¢ produced when a mole of the particle component
evaporates, and W is the molecular weight of species 7. The particle component is presumed to be the
fuel, denoted with the subscript F', and for pure evaporation reduces to equation 4.7s.

Similarly, the source term for the j-momentum equations is determined by summing the changes in the
particle momentum over all of the particles in a control volume.

1 Kmp(t + 00)up(t + ) — mp()up, (1) m (t) gi)

Smom,j(x7 t) = _VC 5t

L%, t)dx}

(4.77)
Note that the last term in Eqn. 4.77 describes the effect of gravitational acceleration on the particle

field.

Ve

The energy source term must account for the enthalpy of vaporization and heat of combustion
associated with the particles as well as the particle heating. It must also account for the change in the
enthalpy of the gas associated with any gases that evaporated or condensed. In addition, it is necessary to
separate out the contributions associated with radiative transport since these do not necessarily affect
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the local control volume, but are transported over length scales determined by the radiative transport
equation. The enthalpy source term is

fo(X; X0, t)dx|  (4.78)
Ve i

Senthaipy (X: ) = —Srad — —Z lmp (t + 6t) [hpg; + 0t) — hy(t)]

__Z [ my(t + 6t) — my(t Bs]tzi’/imhi(Tg)/WF g fo(X;Xo,t)dx | (4.79)
_—Z |: mp t+ 5t) 555)] (QComb - huap) . fO’(X; Xo, t)dx- (4.80)

where the radiative transport source term is

Srad,(X> t) = %ZP [Qrad/‘; fJ(X; XOat)dX:| ) (481)

which provides the interface between the particle field and the radiation transport equation. In general,
the solution of the radiant transport equation requires an absorption coefficient and a contribution to
the emission. These must be defined in such a way that they agree with the radiation absorbed and
emitted by the particle field. To do this, an energy balance for the particle field, but in an Eulerian frame,
is employed. Within the energy conservation equation, the radiant source term appears as a divergence
of the radiation heat flux V - gg. This divergence of the radiation heat flux can be related to the
radiation intensity and the radiation emitted by [107]

V. dr = <4Hneto-T:zlet> - Gin<ﬂnet> (482')

where the subscript net indicates that contributions from the particles must be combined with those
from gases, smoke, and anything else that participates with the radiative field. The angular brackets
indicate that the quantities on the right hand side must be defined based on the appropriate summation
or averaging process over all of these participating media, which may have varying temperatures. In
order to balance the radiant energy flux in and out of the particle with their contribution to Eqn. 4.82, it
is necessary to separate these particle contributions from the net radiant source term. To leading order,
this can be done in an additive manner so that the first term in Eqn. 4.82 is split as

(4knet0Tryy) = (460 1) + (4KothersT T oppers) and the second term is split with

(Knet) = (Kp) + (Kothers)- Here the subscript p indicates the contribution associated with the particle
field and the subscript others indicates all other contributions (gases, soot, etc.). Corrections to this
leading order approximation are related to the optical thickness of the control volumes over which the
radiation solve occurs. These corrections arise because a portion of the intensity is absorbed within the
control volume. As long as the control volumes are all optically thin, then this correction is not
important, but it must be accounted for in the radiation solve if that term is important.

Separating out only the contribution of the particle field to the radiation solve gives
(V- qr), = (4rp0T,) — Gin{ip) (4.83)

where the angular brackets indicate that the quantities on the right hand side must be defined based on
the appropriate summation over all of the particles in the control volume. In order to ensure energy
conservation between the Lagrangian solution of the particle field and the eulerian solution of the
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radiation transfer and energy equations, these appropriate sums are obtained by integrating over the
particle field in a given control volume as in Eqn. 4.81. Here, the emission and absorption contributions
of (Qrqq are separated

1 1
Braal % 8) = VZP [47TT§CMT;/V fo(x; Xo,t)dx} — VZP [7?7'12304 Tl Xo,t)dx} Gin

Ve

(4.84)

so that, equating the first and second terms on the right-hand side of Eqns. 4.83 and 4.84 gives

1
(4k,0T) = VZP {47#20407;1 Fal % %o, t)dx] (4-8s)
c Ve
and .
Kp) = — mria | f.(x%;Xo, t)dx} Gin (4.86)
(5 = 55 ke [

This information is crucial because it defines an energy conservation interface between the particle field
and the radiation field.

The source terms defined in Eqns. 4.75 through 4.80 should be added directly to the gas-phase
conservation equations in the manner appropriate for the chosen numerical method. In the above
relations, it was presumed that the dimensions of the conservation equations solved are those of density,
density time velocity, and density time enthalpy. The radiant flux source term in Eqn. 4.81 should
similarly be added to the radiative transport equation, but in the consistent manner indicated in the

above paragraph.

4.3.3. Time step control

The Lagrangian and Eulerian fields are advanced using an explicit operator splitting approach. The
particles are presumed to be advanced using an ordinary differential equation solver capable of handling
a stift system. The system can be stiff because the magnitude of the forcing function, the right hand side,
of the various particle evolution equations can vary over orders of magnitude. While the particle state is
evolved, the gas-phase state is presumed to be constant, except as described in the following paragraph.
The source terms indicated in the previous section are accumulated during the particle evolution, and
then they are applied to the gas-phase conservation equations as it is advanced.

There are certain requirements that limit the particle evolution time step. Particle should not move
more than the length of the control volume side without re-evaluating the gas-phase state using the
methods described in 4.3.1. Particles should not evolve for longer than the eddy interaction time defined
as the lesser of times defined in Eqn. 4.12 and 4.13 without determining a new value for ug ; in Eqn. 4.10
and 4.11. These requirements do not necessarily limit the gas-phase evolution time step.

There are also limitations to the gas-phase evolution time step imposed by the particle evolution. The
source of this limitation is the requirement that the treatment of the gas-phase state as constant during
the particle evolution not lead to nonphysical or inaccurate results. For example, if the particles
transferred almost all of their momentum to the gas phase in a single time step (because they were small,
for example), then a problem could arise. Specifically, if the subsequent momentum source term were
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large, then the gas could be accelerated to velocities that exceed the initial particle velocities. In the
subsequent time step, the particles would accelerate and the solution procedure could thereby
destabilize. There are two means of avoiding such problems. One approach is to employ an iterative
implicit coupled advance of the Eulerian and Lagrangian state. Such an approach would depend on the
specific algorithms employed for the Eulerian solver. The approach that will be discussed here is a
limitation on the time step size for the coupled Eulerian-Lagrangian system. This limitation is based on
the idea that the change in the Eulerian state relative to the Lagrangian state should not be too dramatic.
This not only provides stability, but helps limit numerical errors.

For mass conservation, the limitation on the time step is based on the idea that the mass added to the
cell should not dramatically affect the pressure (or whatever variable changes to allow additional mass to
entry the control volume gas phase). With 5,455 in units of density per unit time, the appropriate
limitation on the time step is a time step that leads to no more than a change of d,,p in p.

dtmaz < 5pp/Smass (4‘87)

That is, the fractional change in the density is limited to d,,. It is expected that d,, is substantially smaller
than o.1is appropriate, but this is subject to evaluation and will depend somewhat on the details of a
given simulation. for the conservation of species, similar expressions apply, but with the second term
that provides a sort of absolute tolerance in addition to the relative tolerance indicated above

dtma.r < 5}/;-/)}/2'/5771(135,1' + Ny; p/Smass,i- (4-88)

Intuition suggests that the limitation of dy, do not need to be as severe as those on d,, for stability and
that 77y, should be substantially smaller than typical magnitudes for ¥; for accuracy. Again, the specific
values will depend on how sensitive the system is on Y;. For momentum, a similar expression is
provided with relative and absolute tolerances

dtmax < 5upui/5mom,i ~+ nup/smom,i (489>

where ,,u; and ), are indicative of the acceptable uncertainties in the velocity field. Time-step control
based on the enthalpy exchange is easiest to think of in terms of temperature

dtmaa: < 5hpcp,ng/Senthalpy + nhpcpvg/senthalpy (4~90)

where 05,1}, and 7, are indicative of the acceptable uncertainties in the temperature field * .

4.3.4. Particle-surface interactions

Particles interacting with a surface can (1) bounce off of the surface and return to the flow with a
different trajectory, (2) stick to the surface and remain as a deposit or (3) shatter so that smaller droplets

* Instead of using Sen¢halpy that includes both the chemical and sensible enthalpy changes, it is better to use a measure of
the change in the sensible enthalpy source term (see Eqn 4.80) where the next to the last set of brackets includes only the
sensible contribution of the species heating and not the chemical enthalpy contribution.
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are formed that leave the surface with various trajectories. The appropriate behavior depends primarily
on the ratio of the droplet kinetic energy to the surface energy as determined by the Weber number

2
_ Ppdp 1y ]
o

We (4.91)

where o is the surface tension of the condensed phase. A complete model description is available in [112]
with criteria for droplet sticking and bouncing. That paper did not address droplet shattering in detail
and the droplet shattering model is provided in the following paragraph.

Droplets will shatter if the criteria
T/Veo"r’l’i’e]g'25 > K. = 57.7 (4.92)

is satisfied, which occurs for relatively large droplets traveling at relatively high velocities. Satellite
droplets are presumed to form with uniform sizes given by

7.9-10%We'4/Re?8
 dy (4.93)

dp,shatter = maxr ( B
Pp|Up.i]

where the second term in the max function ensures that the empirical relationship given as the first term
does not exceed the original diameter.

If a particle sticks to the surface, it is necessary to track the mass and energy addition to that surface
through a field variable added to the solid object surface set. Mass addition should be tracked on a mass
per solid-element surface area basis. Similarly, the energy deposited on a surface should be tracked based
on ¢y (T, — Tsur face)- Erikson and Gill have developed and implemented a model to provide such an
interface for a Calore surface [113].

4.4. VERIFICATION OF PARTICLE EVOLUTION
EQUATIONS

It is generally necessary to check the implementation of the equations described in 4.2 to insure that
they produce the expected effect. This process is referred to as verification. There are several stages of
verification, many of which are focused on software design details, but many of which are intimately
linked with the physics model implementation. In this section, a series of verification tests is presented
that provides a test for the correct implementation of the models described in the previous sections. For
the particle transport models developed here, this is accomplished by taking certain asymptotic limits of
the evolution equations for which an analytical solution exists and insuring that the particle evolution
approaches that solution as the particle properties approach the appropriate limiting values. For
example, in the limit of zero Reynolds number, certain behavior is expected and the particle should
approach that behavior as the diameter approaches zero. The limiting behavior is based on the limiting
behavior of the model equations and is not based on matching particular experimental data, although
many of the limiting behaviors correspond to well known phenomena. The key objective of the
verification process here is to insure that the equations are satisfied, so that when numerical examples
are given, nominal values for material and transport properties are employed.
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4.4.1. \Verification of Particle Momentum and Trajectories

In this section the solutions of Eqns. 4.3 through 4.9 are tested. For all of these tests, it is presumed that
the source terms indicated in 4.75 through 4.80 are set to zero so that the gas velocities and other
properties are fixed. Setting the gas-phase source terms to zero is referred to as one-way coupling because
the gas phase affects the particular phase, but not vice versa.

4.4.1.1. Terminal Velocity

Falling particle will reach a terminal velocity if the gas velocity is held fixed that is given by

8(pp - pg>rpgi
3:0gOD|ug,i - up,i|

Up,i = Ug,; + (4.94)

|t—>oo
Because this terminal velocity includes the Reynolds number dependence of the drag coefficient, the full
range of the drag coefficient can be tested by changing, for example, the particle diameter. Note that the
slip velocity magnitude does appear in the drag coefficient for a range of values through the Reynolds
number. For these Reynolds numbers (Re,, < 1000), the drag coefficient can be replaced by the first
relationship in Eqn. 4.4 to give

u ‘ _ 2(/)10 - Pg)rggi (4.95)
P 9pg(1+ Rey?/6)

For Re, > 1000, using the second relationship from Eqn. 4.4 in Eqn. 4.94 yields simply

8(pp - pg)Tng-
U’Pm|t—>oo ug, + \/ 3pg(0424) (4‘ 9 )

The full range of terminal velocities obtained by varying 7, is shown in Fig 4.4-1. Note that while the
velocities are continuous at e, = 1000, there is a discontinuity in the rate of change of the velocity
with diameter of Reynolds number at this point.

4.4.1.2. Small Reynolds number

In the limit of small Reynolds number the solution of Eqn. 4.3 approaches that given by Eqn. 4.7 and
4.8 where Cp simplifies to 24/ Re,, so that 7, approaches a constant value even as the velocity changes.
In this case, the analytic solution of Eqn. 4.3, where the gas velocity is fixed, is

Pp — P —t/m —t/m
B gy o = (’MSZ + %) (1—e™m) 4o et/ (4.97)

where the superscript 0 indicates the initial conditions. This limit can be tested by approaching zero
Reynolds numbers with successively smaller diameters. The solution to Eqn. 4.9 is obtained is similarly
obtainable by integration of 4.97 once and is

Tps = Ty + (“3 * (ppp;pg)%) (1=e™™) +upm (1 - e7'™) (4.98)
p

178



Table 4.4-1.. Input parameters related to the particle trajectory verification
dy Pp__Hg Pg gi Tp Upily oo Reply o
3-107 10 0.01 1.0 —-1.0 5-107% 5-107* 1.5-107"
3-10% 10 0.01 1.0 —-1.0 5-100* 5-107* 1.5-107*
3-100* 10 0.01 1.0 —-10 5-10°® 5-10% 1.5-107°

Using the values indicates in table 4.4-1, and with no heat and mass transfer, particles were evolved from
rest using Fuego. The resulting particle trajectories are compared with those predicted in Eqns. 4.97 and
4.98, and the velocities and positions are plotted in figure 4.4-1.

4.4.1.3. Turbulent dispersion

Verification of particle dispersion is hampered by the fact that it is a stochastic and not deterministic
process. Therefore, verification is conducted by checking that the asymptotic behavior is correct for
large numbers of samples. In an isotropic homogeneous turbulent field, the turbulent dispersion of a
large number of particles should result in the mean square displacement of particles in proportion to
the effective diffusion coefficient and the evolution time. The diffusion coefficient in the limit where 7,
and not 7¢ determines the eddy interaction time is proportional to [u, + u — u, |7, [114]. For
verification purposes, the mean gas velocity is set to zero so that the effective diffusion coefficient is
proportional to k. Note that the early time behavior is different, but that the early time behavior decays
over the time scale 7,,. The long-time dispersion behavior averaged over a sufficient statistical sample

should be verified to follow [88]
(2?) o kTt (4.99)

Such behavior should hold true in a statistical sense for both the dispersion of the mean parcel locations
and for the change in the extent of the parcel itself. Because the dispersion is driven by a Gaussian
process, it can be expected that statistical differences are reduced in proportion to the inverse of the
square root of the number of samples.

To verify the scaling of the particle dispersion, a large number of particles were evolved using specified
fluid variables. All of the mean fluid velocities are set to zero and only the turbulent kinetic energy, k,
combined with time and length-scale information from the turbulent energy dissipation, €, acted on the
particles. In this case, the only force on the particle is associated with u;, ; as defined in Eqns. 4.10 and
4.11. The parameters related to particle dispersion used in the test are given in 4.4-2. The flow was
evolved for a time of 5.0 (nearly 10007,) and simulations were carried out for 100, 1000, and 10, 000
particles. The results are shown in 4.4-2 where the linear dependence of the mean-square displacement
with time is evidence for large particle samples. The large number of samples required to get
convergence is noteworthy.
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Figure 4.4-1.. The Fuego-computed particle velocity and trajec-
tory are compared with predictions from 4.97 and 4.98 in the left
panels. The error in each prediction is shown in the right panel
along with the particle Reynolds number. Parameters for the
particle evolution are from 4.4-1 with d, from top row to bottom
row being d, = 3-1072,d, = 3-107%,and d, = 3-107*, respectively.
In the right-hand panes the solid cures represent the position
error, the dashed curves represent the velocity error and the
dash-dot-dot curve shows the particle Reynolds number.
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Figure 4.4-2.. The mean square displacement of particles is
shown as a function of time. Different curves show the statistical
noise associated with different numbers of particles considered.

Table 4.4-2.. Input parameters related to the particle dispersion verification

Fluid properties  Particle properties
k 1.0 Pp 10.0

€ 1.0 dy, 1-107*
g 0.01 T 1-10%/18
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4.4.2. \Verification of particle heat and mass transfer

There are a number of terms describing the heat and mass transfer to and from particles that must be
tested. In this section, the terms that describe the particle evolution in a constant gas-phase
environment will be tested. To accomplish this, the source terms indicated in Eqn. 4.75 through 4.81 are
set to zero so that the gas velocities and other properties are fixed (one-way coupling).

4.4.2.1. Droplet heating and cooling

If the particles have sufficiently high boiling points and enthalpies of vaporization, the evaporation rate
in Eqn. 4.48 will be zero which implies Br_o = 0. In this case, the droplet heating and cooling are
governed by the equations presented in 4.2.4. There are several limits that can be tested. The most
common situation that is encountered is conduction/convection dominated heating or cooling, and
this can be split into high and low Reynolds number regimes. When radiant heating and cooling are the
most significant processes, the system evolves according to the radiative heat flux terms resulting in
different behavior.

To verify conduction dominated heating or cooling, the particle emissivities are set to zero, eliminating
the radiative interaction terms. This leads to a simplification of Eqn. 4.71

dT, 6 Nus s Nuyh
—£ = A e (T, — T}) (4.100)
dt PpCopds ) \ Nughs + Nuyh,
for which an analytic solution
Ty =T, 6 Nus NuyA
=4 P —exp {— ( ) ( ol R e )t} (4.101)
Ty —Tpo PpCopdy Nughs + Nuph,

is obtained if Ty, Nuy, and Nu,, are constant and 7},  is the initial particle temperature. To verify
radiant heat flux dominated heating or cooling, the gas-phase diffusion coefficient, A, can be set to zero
and non-evaporating particles can be initialized with appropriately high temperatures for cooling or
with an appropriate incident flux. Neglecting gas-phase conduction, Eqn. 4.71is written

dTp = S (Gzn/4 — O‘T;) (4'102‘)

dt PpCopTp

where the film temperature is equal to the particle temperature for Ay = 0. In this case, the analytic
solution of Eqn. 4.102 is given in implicit form

L tanil & — tanfl % - 1 In TPTOO Tp,O + Too _ 3aot .
273 T T. )] a1% Too— T )\ T, + T P

(4.103)

where Ty, = (G, /40)'/* is the temperature seen by the particle.
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Table 4.4-3.. Input parameters related to the particle heating and
cooling verification
Fluid proprties  Particle properties
k 1.0 D 10.0
€ 1.0 d, 1-107%
py  0.01 7, 1-103/18

4.4.2.2. The wet bulb temperature

The wet bulb state is the state at which droplet heating is zero that occurs when the heat transfer to the
droplet is perfectly balanced by the enthalpy of vaporization and no droplet heating occurs. The droplet
temperature will tend to approach the wet-bulb temperature, either by being heated by excess enthalpy
conducted through the surface or by being cooled when more enthalpy is used in vaporization than is
conducted to the surface. The system of Eqns. 4.71, 4.48, and 4.s1 with (myc, ,/m)dT,/dt = 0 in Eqn.
4.33 determines the wet bulb state. Droplets with initial temperatures set to the wet bulb temperature
should evolve with no change in the droplet temperature. It is verified in the following sections that
particles initially at the wet bulb temperature do not change temperature, and that droplets approach
the wet bulb temperature from other initial droplet temperatures.

4.4.2.3. d*-Law Evaporation and Condensation

For particles at the wet bulb temperature with no radiative losses there will be no particle heating so that
Brp_o and Bp_o are independent of the radius. Then, if the slip velocity is negligible the particle will
evaporate at a rate proportional to the diameter squared, following the well-known d?-law for particle
evaporation

praie -K. (4.104)

To test this behavior, droplet heating should be prevented by setting the droplet temperature to the wet
bulb temperature, the radiative heat transfer should be inhibited by setting the emissivity to zero, and
the particle Reynolds number should approach zero in the sense that errors on the order of Re'’? are
introduced by finite slip velocity correlations. In this case, plotting the droplet diameter squared versus
time should yield a linear line with a slope given by

4
Tppdy

K = (4.105)

To verify the d?-law for particle evaporation along with the wet-bulb temperature, three water droplets
are evolved in an atmosphere of humid air. The wet-bulb temperature is computed separately for those
conditions to be 313.9927, and particles are selected at that temperature and 1K above and below that
temperature. The basic fluid and particle properties employed in the simulation are provided in 4.4-4
and the relationship between the initial particle diameter and temperature are indicated in 4.4-5. There
is no flow and gravitational acceleration is not present so that there is no slip velocity maintaining the
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Figure 4.4-3.. &* (left) and 7, (right) as a function of time for evap-
orating water droplets

Table 4.4-4.. Input parameters related to the verification of droplet evaporation.

Fluid proprties Particle properties Evaporation properties
Tyin  400.0K Pp 0.791g/cm? Poapref  26.694 - 1077
Ugin 5.0g/cm? | upin 5.0cm/s Tiogref 373.0K
Yu,0 0.01 Gy 4184 < 10%erg/g/ K | Poapret 1.0Atm

Yo, 0.23 Y0 1.0 Terit 647.0K
Y, 0.76 Pry 0.9
Nug 2.0 Scy 0.9

zero-Reynolds-number limit. For the conditions given, K = 9.102 - 10-5, Using these values the
evaporation times for the three particles are 89.0, 109.9, 132.9s for particles labeled 1, 2, and, 3 in 4.4-5,
respectively. The evaporation times predicted in Fuego are 89.1, 109.9, 123.8s in agreement with the
predictions. The predictions assume that the deviation from the wet bulb temperature are insignificant.
The evolution of d? for the particles indicated in 4.4-5 is shown in 4.4-3; the trajectories are close to
linear as expected and a linear curve fit for each d” profile gives an R? coefficient of unit indicating a high
degree of correlation. Also shown in 4.4-3 is the early evolution of the particle temperature. The

temperature is shown to converge to the computed wet bulb temperature and to maintain itself at that

temperature.

Table 4.4-5.. Particle initial conditions for verification of droplet evaporation.

I 5, 3
dp[em] 0.11 0.1 0.09
Toin[K] 314.9927 313.9927 312.9927
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4.4.2.4. d'S-law for Fast Moving Droplets

For particle droplets with large Re,, the available Nusselt and Sherwood number correlations indicate

. . . 1/2 . .
that the evaporation rate should increase with Rep/ for Re, > 10. In these cases, setting the particles
to the wet-bulb temperature with no radiative losses should lead to

d d1.5
<dIt) ) = —K1_5t (4.106)
with ;
moRey *Scl/3
lim K;5= p—g/z (4.107)
Rep—ro0 prdp

being the constant rate of evaporation. Note that as the particle diameter approaches zero its Reynolds
number must also approach zero so that the evaporation rate should transition to a d?-law behavior as it
nears the fully evaporated state.

4.4.3. \Verification of Lagrangian-Eulerian Coupling

The primary objective of this section is to verify that the source terms seen by the particle are
appropriately reflected by equivalent (to the degrees appropriate) source terms in the gas-phase
conservation equations. This primarily tests the source terms indicated in Eqns. 4.75 through 4.81.
Because the particles affect the gas phase in the same way that the gas phase affects the particles, this is
referred to as two-way coupling. The verification problems are formulated as one-dimensional
problems (though the one dimension need not be aligned with the x, y, or z axis) to the maximum
extent possible by employing symmetry boundary conditions on the four sides normal to the flow
direction and imposing an initial uniform flow in the remaining direction. The general configuration
employed is a cylindrical channel as indicated in 4.4-11. This avoids any wall effects and provides a means
of identifying the transfer from inlet conditions to outlet conditions. Further, in all of these tests
gravitational acceleration should be set to zero and the effects of radiation negated by setting the particle
emissivity to zero.

4.4.3.1. Mass conservation

The net mass flux through the system should be constant at steady state. Particles subject to evaporation
will be iso-kinetically injected into the flow near the inlet (just downstream to ensure no effect of
evaporation on the inlet boundary condition). These particles will be allowed to completely evaporate
while they flow with the gas-phase through the domain, and the flow will be allowed to come to steady
state as can be indicated by the constant exit mass flux. At steady-state, the inlet and outlet mass fluxes
should be related according to the integral conservation relation

/ pinug,indA =+ Mp = poutug,outdA (4-108)
inlet

outlet
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where M is the mass rate of particle injection. The subscripts ¢n and out indicate the state of the
gas-phase fluid at the inlet to the first control volume and the exit from the last control volume. The
integral across the inlet and outlet areas will average out any spatial fluctuations. To facilitate reaching
steady state flow with a reasonable number of particles, it is recommended that particles with a uniform
size be employed. Since particle evaporation rates typically follow the d?-law behavior, it is preferable to
have a relatively large number of particles injected over the evaporative lifetime of a given particle. The
error in Eqn. 4.108 is expected to decrease as the frequency of particle injections is increased.

4.4.3.2. Species conservation

To test the species conservation, the same verification test is employed, but the mass of the individual
species is tracked.

Wi¥ep .
VZJM[} = pout}/;,outug,outdA (4-109)

/ pinYri,inug,indA + W
inlet r outlet

The mass source term is written to also account for droplet combustion as relevant. Because the total
mass associated with the system changes, the mass fraction of species that do not evaporate from the
particle or participate in combustion would tend to decrease; that is, the total mass flux increases while
the mass flux of non-evaporating species does not increase. This can act as a second species verification
test.

4.4.3.3. Energy conservation

The configuration for energy conservation is the same as for mass and species conservation:
one-dimensional flow with regular iso-kinetic particle injection and allowed to reach steady state. to test
the coupled energy conservation, three tests are recommended to cover the range of particle behaviors.
These tests would cover non-evaporating particles, evaporating but not combusting particles, and
combusting particles.

The equation describing energy conservation for non-evaporating particles, assuming that the
temperature of the particles equilibrates with the gas-phase before the outlet plane, is best written

/ pinug,inhg (Tg,zn)dA + Mpcv,pr,in = zbout,aoutug,outhg (Tg,ln>dA + Mpcv,pTeq (4'110)
inlet

outlet

where hg represents the gas-phase mixture enthalpy. The equilibrium temperature on the right-hand
side of Eqn. 4.110 is obtained through an iterative solution of that nonlinear equation with the initial
particle and gas temperatures prescribed as T}, ;, and T ;,, respectively. Here the outflow gas-phase void
fraction, 1oy, appears in the first term on the right hand side; it is implicitly included in the other
equations in this section, but is unit there based on the state assumptions. Satisfaction of the equality in
Eqn. 4.110 provides a test of the first term on the right-hand side of Eqn. 4.80. Note that the approach
to the equilibrium temperature follows an exponential decay of the form exp~/"7 so that extending the
domain to double the residence time from ¢ to 2¢ will tend to cause particle and gas temperatures at the

186



outlet to be accordingly closer to a factor of exp ¥/ The thermal relaxation time constant for the
non-evaporating particle is

e /
T = PrCoply Ntphy + Ny . (4.111)
6 Nuf)\fNup)\p

This provides a additional check on the transient behavior of the system and can be used to evaluate
time step control provided by Eqn. 4.90. Regardless of the time step, the enthalpy transfers should be
conservative at equilibrium.

for the evaporating or combusting particles, the verification test is set up so that the evaporation of the
particles is completed within the domain and that the flow reaches steady state prior to evaluation. In
this sense it is the same arrangement as indicated above for mass and species conservation. These tests
verify the last two terms in Eqn. 4.80. With the particles entirely evaporated, an energy balance gives

/ pinh(Tg,in)ug,indA + Mp [hp (Tp,z’n + QComb)] = / pouth(Tg,out>ug,outdA (4-112')
inlet outlet
The initial particle enthalpy is defined

hp(Tp,in) = hr(Tpin) — Poapres (4.113)

based on the gas-phase enthalpy of the particle species denoted by the subscript F'. Again, a nonlinear
solution of this equation is required to determine 7} ,,; because of the nonlinear dependence of the
enthalpy on temperature. To satisfy this equation, it is necessary that the specific heat for the condense
and gaseous phase of the participating species be identical; otherwise particle cooling during
evaporation followed by the warming of products to the equilibrium temperature will result in energy
differences that would have to be accounted for by tracking each droplet temperature in time through
the domain. Further, the critical temperature, T,;; in Eqn. 4.26, should be set essentially to an
essentially infinite value of force hyap = Ryap ref-

4.4.3.4. Momentum conservation

As particles with excess momentum transfer their momentum to the gas-phase flow, the net flow rate
will increase. The momentum verification test described in the present section differs from the other
tests in this section in the sense that a single particle or group of particles is injected at on instant and
there is no continuous injection. The injected particle(s) is(are) allowed to equilibrate with the
gas-phase flow and the net change in momentum is measured. For this purpose, there must be no net
pressure change across the domain boundaries. Integral momentum conservation then gives the final
equilibrium velocity based on

/ PgllgindV + Z gl i, = / PliagdV Z T (4.114)
v p ¥ p

Presuming that the velocity equilibrates across the domain, u., can be brought outside of the integral
and summation for an explicit expression. As for the temperature equilibration test in Eqn. 4.110, there
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is an exponential approach to the equilibrium value that can be used to test transient behavior if spatial
fluctuations in the gas-phase velocity are not too strong. In that case, the equilibrium velocity is
approached with the exponential time constant given by Eqn. 4.7 and 4.8 so that doubling the duration
of the test from ¢ to 2¢ should bring the particle and gas velocities closer by a factor of et/ Note that
this transient behavior can be used to evaluate the time step criteria provided in Eqn. 4.90 by assessing
the error associated with liberal time steps. Regardless of the time step, though, the momentum transfer
should be conservative at equilibrium.

4.4.3.5. Parallel implementation

All of these tests described in the present section are implemented on both one and four processors with
domains that cross multiple processors to test the passing of particle information across domain
boundaries.

4.4.3.6. Verification Tests for Lagrangian-Eulerian Coupling

In this section, the verification tests suggested in the previous sections are described. Verification tests
for non-reacting iso-kinetic particle flows (energy conservation only), for isothermal and non-iso-kinetic
particle flows (momentum conservation only) and for reacting/evaporating particle flows (mass and
energy conservation) are all included. Together these test all of Eqn. 4.75 through 4.80. Not yet covered
with documented verification problems is the radiation coupling in 4.81.

Energy conservation verification Energy conservation for non-evaporating particles was
verified in Fuego using nominal parameter values for both the particles and the fluid. For the Eulerian
phase, the mass, momentum, and energy equations were evolved, but not the species equations. Under
these conditions, fluid properties are manually specified. The fluid properties listed in table 4.4-6 were
specified as constants. Since the fluid viscosity, specific heat, and Prandtl numbers are specified, the
thermal conductivity is computed from these quantities. The constant specific heat leads to a linear
dependence of enthalpy on temperature, and without loss of generality the enthalpy is set to the
temperature hy(1,) = T}, corresponding to an enthalpy reference temperature of 0 K. The simulation
was carried out in the cylindricalchannel.g configuration with an inlet/outlet area of 3.10583 (with unit
radius, this is nominally 7, but low resolution of the circular cross section leads to a smaller area) and a
length of 20. Particles are inject iso-kinetically at the downstream location 1 unit from the inlet and flow
19 units to the outlet in 19 time units. With iso-kinetic flow, Nu; = 2 and with zero particle viscosity
Nu, = 6.58 from Eqn. 4.56. The particle thermal response time from Eqn. 4.1i1is 7p = 3.4 and is
sufficiently small that particle thermally equilibrate while traveling the length of the channel.

There are two ways to carry out the energy conservation verification: using Eqn. 4.110 during a period in
which the flow has reached steady state and integrating Eqn. 4.110 in time over the entire simulation.
Both of these approaches are employed here. The surface integrals specified in the conservation
equation were carried out within Ensight. To compute the flux of the particles and associated enthalpy
out of the domain (last terms in 4.110), the particle deposition tracking in Fuego was employed
(keywords: enthalpy_deposition_density, enthalpy_deposition_rate, etc.) and these quantities were
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Table 4.4-6.. Input parameters related to the verification of en-
ergy conservation without evaporation
Fluid proprties Particle properties

Pin 1.0 Pp 10.0
Ugan 1.0 Ui 1.0
g 0.01 M, 0.1

Cog | Gy 100.0

1 m 300.0 | Tpin 1000.0
hig( L) 300 Ap 0.1
Pr 1.0 Pry 1.0
Nuy 2.0 Nu, 6.58
f dA 3.10583 | d, 0.01

also integrated over the outlet surface. The balance of the steady-state flux is described first. for the two
terms on the left hand side of 4.110, the boundary conditions provided the values of 931.749 for the
fluid inlet enthalpy flux and 10, 000 for the particle inlet enthalpy. The compute equilibrium
temperature is 834.1134 K from 4.110. The outlet gas temperature was in the range of 883.4 to 834.8
with a mean of 834.1 and the exiting particles are between 832 and 835 K. to supplement the stead-state
enthalpy flux, the integrated enthalpy flux is computed and plotted in 4.4-4. The net input enthalpy
includes the initial domain enthalpy and the enthalpy of all of the injected particles over time can be
compared with the enthalpy in the domain and that which has left the domain. These two quantities
agree to within 0.01%, which is taken to be suitable (the integration of quantities within Ensight does
not use the same algorithms as employed in Fuego, leading to some error). Also examined in this test is
the particle mass deposition rate at the outlet. Because there is no evaporation in this scenario, the
complete particle mass injected should be deposited (or pass through) the outlet. Using the keywords
mass_deposition_density and mass_deposition_rate and integrating these over the outlet surface, 4.4-5
shows that the mass tracked as crossing the outlet plane matches the input particle mass, 0.1, to within
statistical fluctuations.

Momentum conservation verification To verify the momentum transfer within Fuego,
simulations were carried out with ten particles injected into a cylindrical channel. Momentum
conservation for non-evaporating particles was verified using nominal parameter values for both the
particle and the fluid. For the Eulerian phase, the mass and momentum were evolved, but not the
species and energy equations. Under these conditions, fluid proprties are manually specified. The fluid
and particle properties listed in table 4.4-6 were specified as constants. The simulation was carried out
in the cylindrical_channel.g configuration with an inlet/outlet area of 3.10583 (with unit radius, this is
nominally 7, but low resolution of the circular cross-section leads to a smaller area), and a length of 20.
The channel had symmetry boundary conditions on the side to prevent drag from affecting the
momentum field. Particles are injected with an initial velocity of 10 units into a stationary fluid phase at
the initial time. The particles were injected at the time origin with a diameter of 0.12, a density of 10, and
a velocity of 10. The injection occurred as a line of ten particles across the channel (in the narrow
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Figure 4.4-4.. The enthalpy over time in nonreacting channel flow
with hot particles injected. The net input enthalpy includes the
initial domain enthalpy and the enthalpy of all of the injected
particles over time. Squares show the enthalpy associated with
particles in the domain. Circles show the enthalpy of the par-
ticles that have left the domain. Diamonds show the enthalpy
associated with fluid in the domain. Triangles show the excess
enthalpy of fluid that has left the domain (difference between
the outlet enthalpy and inlet that was accounted for in the net
input category). The sum of the categories indicated by symbols
is shown to agree with the net input enthalpy indicating overall
conservation of enthalpy.
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Figure 4.4-5.. The mass deposition rate integrated over the outlet
is shown as a function of time. The corresponding particle inlet
mass flux is 0.1.
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Figure 4.4-6.. The momentum associated with the particle phase,
the fluid phase, and the combined momentum shown. The right-
hand panel shows the initial period in greater detail.

direction). The particle flow direction was oriented lengthwise down the channel and the point of
injection was the midpoint of the channel, 10 units from the inlet and outlet. Zero pressure boundary
conditions were specified on the inlet and outlet that allowed the flow to continue in the absence of any
forces (ie. particle drag).

Based on the values in 4.4-6, the initial momentum imparted by the particles is 0.904779 and the
computed total momentum at the end of the Fuego simulation is 0.893059. That is, the final combined
momentum is 1.3 % less than the initial momentum. The reason for this discrepancy is unclear. The
final particle and fluid momentum are 0.001299 and 0.89176, respectively. The temporal evolution of
the fluid, particle, and total momentum is shown in 4.4-6. There the fluid momentum has been shifted
back one time step (0.01 units) to account for the staggered time-stepping algorithm: the fluid evolves
based on the previous time steps’ particle momentum transfer. The simulation was evolved for 30 time
units, but no changes for the single precision arithmetic was observed after 21 units.

The velocity after the equilibration is computed to be 1.4379 - 10~2 based on Eqn. 4.114. Carrying out
the Fuego simulation results in an equilibration average velocity of 1.4356 - 1072, which is only 0.1%
below the computed value. The predicted resulting momentum and velocity were computed with
differing methods within Ensight: the momentum was computed using the volume integral while the
velocity was computed using the spatial mean frequency. It is not clear what level of numerical error is
attributable to the Ensight algorithms.

The average gas velocity had equilibrated with within 99% of its final velocity within 1.06 time units.
The value of 7, for this system is 8 - 1072 from 4.8 and the momentum and velocity equilibration times
are somewhat longer than the suggested response time near the particle equilibration time of a few 7,
since the particles were not injected uniformly through the domain. The result is substantial gas-phase
velocity inhomogeneities that take much longer than 7, to dissipate.

Mass and energy conservation verification Mass and energy conservation for evaporating
and reacting particles was verified in Fuego using fluid-phase parameter values taken from the
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Table 4.4-7.. Input parameters related to the verification of mo-
mentum conservation

Fluid proprties  Particle properties

Pin 1.0 oo 10.0
Ug,in 0.0 Up,in 10.0
g 001 | N, 10
TdA 310583 | d, 0.12

thermodynamic databases and evaluated with Cantera. For the eulerian phase, the mass, momentum,
energy, and species equations were evolved. The fluid and particle properties listed in table 4.4-7 were
specified.” Note that the critical temperature for water was set to a large value so that the enthalpy of the
particles could be compute directly from Ay qp, e f as in Eqn. 4.113; this initial value of the particle
enthalpy is also given in table 4.4-8 using the value of hp (7}, ;,) computed in Fuego,

—1.342 - 10" erg/g. Since the fluid composition and enthalpy are specified as boundary conditions or
evolved within Fuego, the viscosity specific heat, and thermal conductivity are computed from these
quantities. The simulation was carried out in the cylindrical_channel.g configuration with an
inlet/outlet area of 3.10583 (with unit radius, this is nominally 7, but low resolution of the circular
cross-section leads to a smaller area) and a length of 20. Particles are injected iso-kinetically at a
downstream location 1 unit from the inlet flow 19 units to the outlet in 19 time units.

Net mass conservation is evaluated using Eqn. 4.108. The fluid-phase mass flux at the inlet, using the
Cantera computed density of 8.776 - 10*g/cm?, is 1.3628 - 1072g/s. The particle mass flux is
1-107*g/s and combining the inlet mass fluxes gives an expected outlet mass flux of 1.3728 - 10~2¢/s.
The value computed from the outlet using Ensight is 1.37284 - 102¢/s; there is a statistical variation
in this quantity with a standard deviation of 3.7 - 107%¢g/s. In a similar manner, mass conservation for
individual species is evaluated using Eqn. 4.109. For water, the inlet mass flux is 2.7257 - 107°gH,0/s
and the mass injected is 1.0 - 107*gH50/s. The value computed at the outlet plane is

1.2657 - 10~*gH50 /s which is approximately 1.5% below the expected value of

1.27257 - 10~*gH,0/s. The outlet water mass flux has a statistical variation associated with it
characterized by a standard deviation of 5.44 - 107%gH50 /s. While there is no source term for species
like Oy, the inlet and outlet mass fluxes can be computed. The inlet flux of Oy is 3.13466 - 107390, /s
and that for the outlet is computed to be 3.13470 - 1073g0, /s, with a standard deviation of

8.5 - 1077904/ s. Enthalpy conservation is evaluated using 4.112. The enthalpy flux into the domain
associated with the fluid phase is 1.0477 - 107erg/s while that associated with the particle phase is
1.568 - 107erg/s. The difference between these, 5.203 - 108erg/s, is the expected enthalpy flux at the
outlet, the right hand side of 4.112. Using Ensight to evaluate the enthalpy flux at the outlet gives
5.10647 - 10%erg /s; this is a 2% discrepancy, the source of which is uncertain at this point. There isa
statistical variation in the outlet enthalpy flux characterized by a standard deviation of 6.38 - 10%erg/s,
approximately 0.04% of the total enthalpy change.
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Table 4.4-8.. Input parameters related to the verification of en-
ergy conservation with evaporation.

Fluid proprties Particle properties Evaporation properties
T in 400.0K Pp 1.0g/cm? T— 26.694 - 107
Wy 5.09/cm® | upn 5.0em/s LN 373.0K
Ym0 0.002 M 1- 10’49/5 Poapref 1.0Atm
Yo, 0.22 Cop 4.184-107erg/g/K Terit 1-10°K
Y, 0.768 DA 300.0K hy(Tpin) —1.568-10"erg/g
Se 0.9 Ym0 1.0
Pr 9.0 Pry 0.9
Nuy 2.0 Secy 0.9
f 1dA  3.10583cm? d, 0.005cm

Table 4.4-9.. Verification sections and the equations tested and validated.

Verification subsections Equations Covered

4.4.13 4.3, 4.9, 4.10, 4.11, 4.12

4.4.2.1 4.56, 4.71, 4.72

4.4.2.2, 4.4.2.3 431, 433, 4.24 4.48, 4.49, 4.51,
4.52

4424 4415 4.42, 443, 445

4.43.1, 4.4.3.2, 4.4.3.3 4.75, 4.76, 4.80

4.43-4 4.77

Equations employed but not | 4.4, 4.13, 4.27, 4.32, 4.50, 4.64,

yet fully covered in verification | 4.81, 4.82

tests

4.4.4. Verification summary

To summarize the verification process, the following table 4.4-9 shows the equations that are covered by
verification tests described in the various sections in this document. The equations that are not fully
covered are also indicated. The lack of verification coverage is only significant for the radiative terms.

4.5. SUMMARY

A Lagrangian model for particle transport coupled with an Eulerian solution for the gas phase is
presented in detail. Models are presented for particle momentum, heat, and mass transfer, including the
effects of turbulence on particle dispersion. Particular attention is paid to heat and mass transfer as these
aspects are critical to the anticipated applications and they have not been well documented in other
references. The heat and mass transfer models account for film temperatures that differ from particle
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Figure 4.4-7.. Condensed-phase conduction is approximated
based on the difference between the film and mean droplet tem-
peratures and on an estimated heat transfer coefficient that de-
scribes a boundary layer thickness. Over this boundary layer
thickness, the temperature difference 7, — 7, is presumed to act.

Figure 4.4-8.. Terminal velocities for particles as a function of
diameter and particle Reynolds numbers determined from 4.95
and 4.96.
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Figure 4.4-9.. Water droplet evaporation and condensation with
initial temperatures set to the wet bulb temperature. Left plot ex-
hibits the linear d*-law behavior while the right hand plot shows
the droplet temperatures as constant (no heating).

temperatures in a manner that depends on the relative magnitudes of the internal particle heat transfer,
the heat transfer to the particle surface from the gas phase, the heat transfer associated with radiative
fluxes, and the enthalpies associated with evaporation and combustion around the particle. Both the
evaporation and condensation are permitted. A conservative algorithm for coupling the Lagrangian and
Eulerian fields is presented covering mass, species, momentum, and energy transfer between two fields.
Models are also specified for the interactions of the Lagrangian field with solid boundaries.

A comprehensive plan to verify the implementation of the physics models is also presented. The
verification plan touches on the majority of terms in the implemented physics models. Verification tests
are provide for particle momentum, trajectories, heat, and mass transfer in various limiting cases for
which analytic solutions can be obtained. Verification tests to evaluate the coupling between the
Lagrangian and Eulerian fields are also provided. These verification tests are based on the net
conservation of mass, species, energy, and momentum.

4.6. EVALUATING TRANSPORT COEFFICIENTS

The droplet burning rate equations involve the area weighted diffusion coefficients as indicated in Eqn.
4.19 and subsequent equations. While the optimum method of determining the burning rate would
involve the evaluation of these integrals as indicated in Eqns. 4.46 and 4.47, it is useful to estimate the
effects of composition and temperature variations when such accurate evaluations are unfeasible. The
kinetic theory of gases provides a starting point for such estimates, and a simplified overview of the
pertinent results is provided. The single component viscosity is

3 vV WWkRT

~ 16 mo2Q@2)x
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Figure 4.4-10.. Aluminum particle evaporation with and without
combustion with initial temperatures set to the wet bulb temper-

ature showing the linear d-law behavior.
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Figure 4.4-11.. The general configuration for verification of two-
way coupling. The domain should be of sufficient length that
the particles equilibrate with the gas-phase flow.

where oy, is the Lennard-Jones collision diameter and ©(>2)*

is the collision integral. The mixture
proprties can be obtained using the Wilkes formula that averages based on mole fraction weighting to
leading order. A square root dependence on the temperature is evident in 4.115, but the collision integral
also includes a temperature dependence and it is found that the viscosities (and the other transport
coefhicients) are proportional to T an empirical fact that is referred to as Sutherland’s law. The kinetic
theory of gases is only marginally successful at predicting the thermal conductivity, but the ratio of the
thermal conductivity to the specific heat is closely related to the viscosity and the Prandt number can
often be approximated as constant. The binary diffusion coefficient between species i and j is more
simply written as the product of the diffusion coefhicient and the density since this removes additional
pressure and temperature dependencies; this is

7 3 W\/2rRT /W, ;
pL;; = — .

16 Ty QLD

(4.116)

Here the reduced mass and the reduced cross sections are W; ; = W;W; /(W; + W) and

o7, = (0i + 05)

4.7. LAGRANGIAN PARTICLE CAPABILITIES

4.7.1. Lagrangian Particle Spray: Diameter Cutoffs

The Fuego Lagrangian particle spray capability has a feature which allows an upper (high) and lower
(low) size (diameter) cutoft to be set for particles inserted with a specified distribution (normal, normal
mass, etc.). For distribution types with infinite tails like the standard normal distribution, the particle
spray can select particle sizes small enough that they do not appear in the application of interest or so
large that the assumption of the dilute spray model, inherent to the Fuego Lagrangian particle
implementation, is violated. In specific applications where particles experience energetic chemical
reactions, such as propellant fires, particles below a certain size range react quickly and disappear
without the need to resolve their dynamics. The diameter cutoff feature allows the analyst to use
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standard distribution types while avoiding undesired particle size ranges. When diameter cutoffs are
used, the particle pdf is adjusted accordingly to account for the lack of contribution from particle sizes
outside the cutoff limits. The adjusted particle pdf is:

dhigh

pdfnew (d) - pdforiginal (d) H (d - dlow) H (dhz’gh - d) / pdfom’ginal (d) (4-117)

dlow

where pdforiginai(d) is the original, uncutoff particle size pdf, pdfye., (d) is the new particle pdf
including low (djoy) and high (dpign) particle size cutoffs, the integral is take on the original particle pdf
with these limits, and H is the heaviside step function. This treatment properly normalizes pdfy,e., (d).
Figure 4.7-1 illustrates this for the case of a normal distribution of particle diameters

(< d>=0.5,0 = 0.1) with and without diameter cutoffs at d = 0.3 and d = 0.65. Figure 4.7-2
shows a section of a Fuego input deck utilizing the diameter cutoff functionality.

— Normal pdf with <d>=0.5,6=0.1
S — - pdf adjusted with d cutoffs at 0.3 and 0.65

Figure 4.7-1.. Particle size (diameter) distribution for Lagrangian
particle spray with and without diameter cutoffs set at 0.3 and
0.65
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BEGIN PARTICLE SPRAY sprayl

PARTICLE DEFINITION = solid particles

#spray Geometry
CENTER = -186.8, 6.8, 6.0
NOZZLE RADIUS = 16.8
MORMAL VECTOR = 1 8 @

#3ize Distribution Parameters
MASS FLOW RATE = 906.8 # g/s
PARTICLE DIAMETER DISTRIEBUTION TYPE = NORMAL
PARTICLE DIAMETER DISTRIBUTION PARAMETER MEAN = 1.8 # cm
PARTICLE DIAMETER DISTRIBUTION PARAMETER STDEV = 8.5 # cm
DIAMETER CUTOFF HIGH = 1.85 # cm
DIAMETER CUTOFF LW = 6.95 & com
HUMBER. REPRESENTED VECTOR = 18 26 36 48 506 &8 70
DIAMETER MUMBER REPRESENTED VECTOR = £.1 6.4 6.7 1.6 1.3 1.6 1.9

#elocity Distribution Parameters
PARTICLE VELOCITY DISTRIBUTION TYPE
PARTICLE VELOCITY DISTRIBUTION PARAMETER VALUE

#Particle Temperature

TEMPERATURE = 306.8

EMD PARTICLE SPRAY sprayl

CONSTANT
1.8 # cm/s

Figure 4.7-2.. Lagrangian particle spray section of a Fuego input
deck showing use of diameter cutoffs

4.7.2. Lagrangian Particle Spray: Angular Spreading Sprays

The angular spreading spray algorithm was modified in version 4.30 to produce an isotropically
spreading particle spray (within the angular limits specified). Previously, the particle trajectories were
preferentially aligned with the spray axis. For isotropic spread, the cosine of the polar angle (measured
with respect to the spray axis) rather than the angle itself is chosen randomly. The polar angle is then
determined from the inverse cosine of this value.

= cos ' [rand ()] (4.118)

4.7.3. Alumina Absorption Model

Fuego allows for a user to specify the radiation absorption model for alumina in reacting aluminum
particle simulations like propellant fires. The alumina absorption model, usinga FORTRAN
subroutine, can now read from a user input file containing data for the alumina absorption coefhicient
as a function of particle temperature. The file contains two columns defining this function. The first
column is temperature; the second is the absorption coefficient. This function is linearly interpolated to
find the absorption coefficient at any temperature of interest. Figure 4.7-3 displays two standard
alumina absorption models alongside a user-specified model.
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Figure 4.7-3.. Alumina absorption coefficient for standard mod-
els Brewster and Kanopka along with a user-specified model

4.7.4. Emission Multiplier

For propellant fire simulations which use the evaporating Lagrangian particle type, analysts have
determined that modifying the particle-radiation coupling can be advantageous to reproducing
experimental results. To address this, Fuego has a capability to modify the particle radiation emission
with a constant multiplier. When the emission multiplier is not set, a default value of 1is assumed, and
emission = absorption when the particle and fluid temperatures are identical. Particle radiant emission
E, and absorption A, are:

By = 47TO¢R§USBT;fE (4.119)
Ay = 47Tosz2,USBTJi1 (4.120)

where o is the particle absorptivity, 2, is the particle radius, 0 g is the Stefan-Boltzmann constant, T}, ¢
are the particle and fluid temperatures respectively, and f is the emission multiplier described above.
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4.7.5. Lagrangian Particle Spray: Number Represented Function

Lagrangian particle sprays have historically been required to use parcelling (grouping of several particles
into a single parcel) with either a constant mass represented per parcel or constant number represented
per parcel. In propellant fire applications and other reacting particle environments, a more sophisticated
functionality between the number of particles represented per parcel and particle size can increase the
efhiciency of simulations. For this reason, Fuego includes a capability to allow the analyst to specify this
function (parcel size vs. particle diameter). This function is specified by a vector for each (number
represented per parcel and diameter). For diameters at or below the lowest specified in the vector, the
number represented is constant and equal to the value at the lowest diameter specified. For diameters at
or above the highest specified in the vector, the number represented is constant and equal to the value at
the largest diameter specified. Intermediate values are linearly interpolated. Figure 4.7-4 diagrams the
way parcelling works for each of the different parcelling schemes.

Parcel Model d=1 d= (0_5)1/3 d= (0_25)1/3
constant N . . .
- . @ .

Figure 4.7-4.. For a Lagrangian particle spray, the number of par-
ticles contained within a parcel for three representative particle
diameters using constant number, constant mass, and user de-
fined number of particles per parcel. Circles represent parcels
with the points inside representing the number of particles con-
tained in the parcel.
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4.7.6. Lagrangian Particle Insertion: User Definable Mechanism

Previous to version 4.30, Lagrangian particles could be inserted into the domain through two
mechanisms: 1) batch introduction of a group of particles at a specified time with the particle
configuration defined by a particle data file or a filled shape (i.e. cone, cylinder) with shape parameters
or 2) via a particle spray with either a rectangular or circular nozzle and a specified mass flux rate. In cases
where users needed a more novel insertion mechanism, Fuego lacked the capability. Fuego now includes
a mechanism for particle insertion from file data in which users can specify not only particle positions,
velocities, and diameters on insertion, but also particle temperature, number of particles per parcel, and
insertion time. Through this method users have a full range of particle insertion options at their
disposal. The dynamical form for particle introduction is contained within the file data, and does not
rely on templated forms for static shapes or sprays, though those capabilities are still available. Users can,
for instance, introduce particles from a very specific particle size distribution isotropically through the
system with a rate of their choosing or create a particle spray with a conical nozzle with velocity vectors
normal to the nozzle. The only limitation lies in the ability of the user to specify this mechanism
through the particle data file. Figure 4.7-5 shows some examples of particle insertion types available with
this capability. Figures 4.7-6 and 4.7-7 display a conical particle spray generated with this mechanism
from two different perspectives (conical axis lying in the plane of the figure and normal to the figure) at
both early and late times in the simulation. In this case, the particle temperature has been designed to be
a function of the position at which the particle left the spray nozzle. Many other forms are possible.
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Figure 4.7-5.. Examples of particle insertion types that can be
used with particle insert from file mechanism
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Time = 0.0300

T_Particle

5.000e+02
4.500e+02
4.000e+02
3.500e+02
3.000e+02

Figure 4.7-6.. Example of particle spread from a conical shaped
particle spray nozzle at early times. This nonstandard spray
form was generated through the particle creation from file data
mechanism. Here particle temperatures are set to be a function
of their position with the hottest particles leaving the nozzle near
the circular base of the cone.
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Time = 0.5000

T_Particle

5.000e+02
4.500e+02
4.000e+02
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3.000e+02

Figure 4.7-7.. Same simulation as Fig 4.7-6 but at late time.
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5. NUMERICS

We surveyed commercial codes that provide turbulent combustion capabilities and discovered that most
of those codes are based on finite volume methods. Between commercial evidence and our own
experiences, we came to the conclusion that finite volume methods would provide a robust and stable
means of solving the fire math models. Our selection of finite volume methods is constrained by the
current implementation of software architecture in the SIERR A Frameworks. The mesh must be
unstructured with flow variables located at the element vertices. The domain boundary is coincident
with element faces. The discrete equations are assembled on an element-by-element procedure using the
SIERR A workset approach for cache-use efficiency. The finite volume approach that we implement is
based on the control-volume finite-element method.

Control-volume finite-element methods (CVFEM) are a class of numerical methods for solving the
Navier-Stokes equations of fluid mechanics. Although the methods are applicable to the most general
case of a compressible flow, they are most commonly applied to incompressible flows. This text is a
discussion of the control-volume finite-element methods appropriate for numerical solutions to the
low-Mach number Navier-Stokes equations with heat and mass transfer—the equations used to
describe physical applications such a combustion or chemical vapor deposition.

The CVFEM’s are a combination of desirable features from both the finite-element method (FEM) and
the finite-volume method (FVM), though the CVFEM is truly a finite-volume method. The CVFEM
differed from other FVM’s at its inception in that the CVFEM used non-staggered, unstructured
meshes like a FEM. Concepts from the finite-element method include: 1) the finite-element data
structure and the associated shape functions or interpolation functions, 2) integral equations assembled
on an element-by-element basis, an efficient process for cache-based computer architectures, and 3)
unstructured meshes with arbitrary connectivity (this is not particular to FEM’s, but certainly more
common). Reviews for the finite-element method are given by Zienkiewicz and Taylor [115, 116],
Tezduyar [64], and Gresho [117]. Concepts from the finite volume method include: 1) physically-based
integral formulation constructed from physically-based interpolation functions, 2) conservation
properties at the control-volume level, and 3) both a convecting and convected velocity field to avoid
pressure-velocity decoupling. Some comprehensive reviews for the finite-volume method are given by
Patankar [118], Shyy [119], and Ferziger and Peric [120]. An extensive literature review of control volume
finite element methods (CVFEM) is given in Appendix 8.

The standard mesh configuration for vertex-centered CVFEM’s has all flow variables collocated at the
grid points, also called nodes. The nodes are the vertices of the finite-elements, as shown in Figure 5.0-1.
The finite-volumes, also called control volumes, are centered about the nodes. Each element contains a
set of sub-faces that define control-volume surfaces. The sub-faces consist of the segments or surfaces
that bisect the element faces.
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e— O Finite Elements and Nodes

Lo ] Finite Volumes and Faces

X Integration Point

Figure 5.0-1.. Control Volume is Centered about Finite-Element Node

5.1. FLOW SOLVER

The core flow solver is based on a segregated, projection method approach. The projection method is
used to compute the pressure field which is consistent with a velocity field that satisfies continuity. A
pressure-smoothing approach similar to the Rhie/Chow scheme [121] is used to prevent pressure
decoupling on the collocated mesh. An upwind method is used to interpolate convected values to
control volume faces. Detailed descriptions of these methods are discussed in the following sections.

Another prevalent CVFEM method in the literature is the FIELDS method [122, 123]. The continuity
and momentum equations are fully coupled in this approach. We experimented with this approach and
found that the three-dimensional discrete equations were difficult to solve and open boundary
conditions difficult to implement.

5.1.1. Projection Method

The role of pressure smoothing, or explicit stabilization, was first developed in the context of collocated
finite volume schemes by [121]. Although this original paper did not explore the formal error
introduced by this explicit stabilization, [124] later displayed the sensitivity of steady results on
relaxation parameters and provided a methodology to circumvent this issue. In general, such early
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papers (cf. [125]) as well as other more recent papers, (cf. [126]) introduced the role of stabilization
almost by happenstance as it entered only through the specific choice of the convecting velocity
formula, i.e., the integration point velocity that forms the mass flow rate.

Studies of [127] and [128], each in the context of a finite element algorithm, have commented on the
role of stabilization that is provided by the approximation of the derived pressure correction system,
namely that L # DG, where L is the given discrete Laplacian operator and D and G are the chosen
discrete divergence and gradient operators, respectively. Numerical algorithms for which the Laplacian
operator does not equal the discrete divergence of gradient operator have been termed “approximate
projection” algorithms (cf. [129] and [130]) in the context of solenoidal flow; in general for
non-solenoidal flow the formalism of the projection derivation results in an affine projection.

Recent work by Sandia National Laboratories has cast the general approximate projection algorithm
within a family of smoothing and time scaling choices. The analysis of choice that has been followed is
to cast the algorithm in terms of an approximate factorization (cf. [131]), and note the added
stabilization (herein also known as pressure smoothing terms), and splitting errors. This analysis
has been extremely useful in understanding the formal accuracy, and even consistency, of a given
numerical scheme.

The analysis of a given computational fluids algorithm in the context of an approximate factorization
begins with the discrete momentum and continuity equations written in matrix form. The matrix A
contains discrete, linearized contributions to the momentum equations from the time derivative,

A G u"t! f
3 ][z]-[1]

The discrete nodal gradient and nodal divergence are G and D respectively (note that the operator D
may include aspects of the algorithm due to a variable density field). The function f contains the
additional terms for the momentum equations, e.g., body force terms, lagged stress tensor terms, etc.,
while the function b contains the appropriate terms for a non-solenoidal velocity field, i.e., — f %dV.
The pressure is appropriately interpreted as the pressure at the n + % step, (cf. [132]). The form of the
matrix operators can be found in the body of literature for control-volume finite element methods

(cf. [133]). Note that Equation s.1 is not really complete as the boundary condition values are omitted,
however, they are not essential in describing the bulk of the splitting and stabilization analysis as noted
by [134]. The boundary conditions would simply enter through an additional vector on the right-hand
side and modified entries in the matrix operators.

convection, and diffusion terms,

The approximate factorization of Equation 5.1 takes the general form of

A 0][I BG] [A AB,G (2)
D B;||o0 I|"| D B;+DB,G |- 5%

The factor B, determines the projection time scale. The factor By defines the linear system for
pressure. Ideally, B could be selected to cancel splitting errors in the continuity equation. Practically,
the form of B; is governed by implementation and linear solver efficiency.
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A completely generalized set of incremental pressure projection methods with potential stabilization
can be written by formally defining the operators B; and By above, here shown as part of the sequence
of equations solved,

ANl = f—Gp"z — Au”, (5.3)
_L,Ap*ti = —D (ﬁ + %QGp"—%) 4 Lop™ % 4 b, (5.4)
un+1 = 11— 7~_3GApn+% (5-5)

Laplacian operators acting on a general scalar ¢, which define the approximate nature of the projection
method, are given by,

Li¢p =7nVe-dA, (5.6)
Ly¢ = V¢ - dA. (5.7)
(5-8)
For an approximate projection method,
L2 7é D%2G7 (59)
while for an exact projection,
L, = DR G. (s.10)

Exact projections can be easily constructed on unstructured collocated meshes (cf. [135]), although
classically this results in a wide Laplacian stencil that admits pressure oscillations yet does not add
discrete errors in the continuity solve. We assume that 7; factors defined above are represented by a
diagonal matrix that corresponds to a particular time scale of choice. The relationship between 7; and 7
is normalization by a density and volume,

=

The choice of these scaling factors defines the scheme in terms of both stabilization and projection
scaling. For example, the ideal form for 73 is the inverse of A. The exact choice of 73 in a practical sense
affects the stability of the scheme. The stabilization terms are represented by operators including both 7
and T, that are required to prevent velocity and pressure decoupling in schemes for which L # DG.

(5.11)

T

Rearrangement of Equation 5.5, in terms of 11, and substitution of this modified equation into
Equation 5.3 and Equation 5.4 provides the full set of splitting and stabilization errors:

ERJIESA R

{ (I— A7) GAp™ts

" (Ly — D%3G)Ap”+% + (Lg — D%QG)pn_%

(5.12)

The error appearing in the momentum equation is due to splitting and generally can be repaired by
non-linear iteration, although ideally single iteration methods are desired (as shown).
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Again it is emphasized that for approximate projection methods, Ly # D7, G, whereas for exact
projection methods, which are usually based on staggering velocity and pressure, Ly = D7,G and
there is no stabilization error (as there is no need to provide stabilization). Frequently, the stabilization
terms within Equation 5.4 are included in a modified provisional velocity (cf. [136]),1.c.,

o _1 . e
u = U + ToGp"~ 2, that can often hide the true role of stabilization.

A similar analysis for pressure free projection methods (cf. [137]) can be carried out, in which case the
equations solved are given by,

Aa = - Au", (5.13)
—LiA¢™ = —Da+ Li¢" + b, (5.14)
u"tt = - FHGe, (5.15)

with errors,

|: A G :| [ ! :| _ |: f } N { —A7~”3G¢n+1 +Gpn+% (616)

D 0] | p"t/? b (L1 — DAG) o™

The error term in the continuity equation is retained to emphasize that this algorithm can be considered
in the context of an approximate projection method. Assuming that the Laplacian and gradient
operators commute, it is necessary to compute p" 12 = A"t to obtain the second-order pressure
field, while the relationship p”*é = ¢! will result in a first-order pressure field with splitting error

(I — A7y)Gp™*= ([138)).

Although the above set of algorithms have been written in terms of a two step scheme, i.e., predict &t
and correct Ui by the appropriately scaled scalar gradient, non-linear iterations can also be taken. In this
case, the ¢" 11 and u™*! state are replaced with the & + 1 state, whereas the n + % pressure state is
replaced by the k + § state. For the residual form, the n'" state is replaced with the current iterate, k"

- : 1 1
state. At convergence within the time step, ¢"*! = ¢F 1, u"t! = u* ! and p"te = phta,

5.1.1.1. CVFEM operators

SIERR A/Fuego uses the finite volume technique known as the control volume finite element method
of [139]. Control volumes (the mesh dual) are constructed about the nodes, as shown in Fig. 5.0-1. Each
element contains a set of subfaces that define control-volume surfaces. The subfaces consist of line
segments (2-D) or surfaces (3-D). The 2-D segments are connected between the element centroid and
the edge centroids. The 3-D surfaces are connected between the element centroid, the element face
centroids, and the edge centroids. Integration points also exist within the subcontrol volume centroids.
Such integration points are used for volume integrals such as source terms, the mass matrix, and, if
chosen, gradients.

Defining ¢ i to be the value of ¢ at node K, then the variation of ¢ within an element that contains the
point location x is given by

¢(x) = Y Nk(x)ox, (s.17)

KeN

where Ny (x) is the shape function associated with node K at position X, and V' is the set of all nodes
that defines the element. For the CVFEM, either trilinear (3-D) or bilinear (2-D) shape functions are
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used. Currently, Fuego supports heterogeneous element topologies consisting of hex, tet, pyramid, and
wedges.

The discrete nodal gradient operator for direction ¢ can be written as a surface integral on control
volume L,

G / QS dnz (Z NK(XQ>¢K> ni<Xa)AAou (5'18)
aeBr, \KeN

where By, is the set of surface integration points for control volume L. Similarly, the discrete divergence
operator at node L acting on vector u; is

Du = (Du;), = / p(x)ui(x)dn; = Y p(xa) <Z NK(xa)uKi> ni(xa)AAy,  (5.19)

I'r a€By, KeN

and the Laplacian operator that includes spatially varying timescale, 7, is

_ _ 06 . LNK(XO‘) (x
L.¢ = (L,¢)L = /F LT(x)a—%dnj ~ a%;LT(xa) <I§[ oz ¢K> n;(Xa)AAq.  (5.20)

Note that an alternative to the gradient operator given in Equation 5.18, which is provided via the

CVFEM is
aNK Xa )
5 &m ? v ~ > (Z P, ¢K) AV, (5.21)

o’eBy, \KeN

Go = (Go)i =

where By, is now the set of all subcontrol volume integration points for control volume L (for clarity, o
denotes the subcontrol volume integration point location).

The general term D7G¢ deserves a special note in the case of variable density flows. Specifically, the
interpolation is currently provided by the following equation:

DiGo = 3 plx X“ (Z Nie(x ) (%) A, (522)

a€By, Xa) KeN
= Z Tz Xa (Z NK Xa > (XQ)AAow (523)
a€By, KeN

5.2. SMOOTHING ALGORITHMS DEFINED

Now that the smoothing and splitting errors have been formally defined, it is useful to consider three
projection algorithms that have been implemented and verified within SIERR A/Fuego in the context
of the classic two equation k- model, with steady method of manufactured solutions (MMS)

(cf. [140]).
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5.2.0.1. Fourth-order smoothing with characteristic or time step scaling

In this algorithm, the projection time scales are defined by either

T=T1=T2=T3= Tehar, (5:24)
or

T=7 =T =7 =IAtL (5:25)

Here, characteristic scaling, Tepqr, is a diagonal matrix that represents a time scale based on convection
and diffusion contributions, while for time step scaling, the time scale is based on the local time step.
The characteristic scaling very closely follows the standard finite element method stabilization
parameter.

The smoothing and splitting errors are now given by

5 10 (4] (a2

D 0 pn+1/2 b (LT - D%G)er—% (526)

Of particular interest to this research is the role of the stabilization term, (L, — D%G)pm’%, on formal
time accuracy when 7 = IA¢ (a scheme that has been shown to display more appealing stability
characteristics). Clearly, a scheme that uses explicit pressure stabilization with time step scaling is
first-order accurate. Expanding this stabilization term shows the fourth-order pressure derivative scaled
by a length scale cubed. Therefore, by refining the time step and mesh, one might be able to show a
second-order accuracy for sufficiently resolved meshes.

In practice, the stabilization terms are carried within the mass flow rate that forms part of the right-hand
side of the Pressure Poisson Equation solve and the convection term for the transport of any scalar field.
The mass flow rate is defined as

=
mk = <pﬁ+ TG’% — 7vhp”+%> dA, (5.27)
where the introduction of the over bar is noted to represent interpolation of a nodal field to an
integration point. Note that in the bulk of the collocated unstructured finite volume literature, the
form of the mass flow rate defines the stabilization (the difference between the nodal gradient operator
G and the interior element operator V"*). Above we note the independent interpolation of the density
and velocity rather than P, as is done in Stanford’s ASC Alliance code CDP. It does seem that the full
interpolation of pi may be more consistent, although the effect of this algorithmic detail has not been

explored.

5.2.0.2. Stabilized smoothing

The stabilized projection algorithm is based on the work of [128], that was derived from the monolithic
scheme of [127]. In this algorithm, the projection time scales are defined as

1 = AL+ Tohar- (5.28)
To = Tehar (5.29)
73 = Tchar- (530)
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With the above definitions, the smoothing and splitting errors are now defined as

A Gllut ] [f] (I — Auer)G(p"+2 — p2) (30
D of|pt:] |b (L — D G2 + AtL(p+: —pr=3) | D7

Tchar

The mass flow rate now includes an additional stabilization factor and is now defined as

_ G fi—g i 1
mk = (ﬁﬁ 4 ‘p/ L _ TV e — AtLAp”+5> dA. (5.32)

Note that at full convergence, the stabilized scheme reduces to the fourth-order characteristic scaling
algorithm.

5.2.0.3. Second-order smoothing with characteristic or time step scaling
In fact, the scaled nodal gradient need not be included in the mass flow rate equation, e.g.,
k= (pﬁ - ?vhp"%) dA. (5.33)

This is equivalent to neglecting the 7, Gp”_% term in Equation 5.4, or by defining 1 = 1.

The smoothing for this algorithm is provided by the local Laplacian operator. The smoothing and
splitting errors for this method are now given by

A G [uwt 1 [f] (I— A7)G(pt2 — p*~2) (030)
D of|p*”?| [b (L, — DFG)Ap™+s + Lp' >
5.2.0.4. Zeroth-order smoothing with time step or characteristic scaling
Certainly, the pressure smoothing can be removed, i.e., 7o = 0, that leads to the following set of
errors,
A G][ut f I— A7G(p "tz — pr2)

where 7 is either the characteristic scale, T pq,, Or the simulation time step, IAt (with 71 = 73).
Although the converged error is zero, this lack of smoothing can lead to a decoupled pressure field in
certain flows.

Here, the mass flow rate reduces to a simple interpolation of nodal velocities within the element

ik = (pﬁ _ WhAp%%) dA. (5.36)

The unsmoothed algorithm is very similar to the staggered formulation of SIMPLE, (cf. [118]), with
T=A; ! (the inverse of the diagonal matrix from operator A). However, by design, the staggered mesh
arrangement holds the property that (L, — D7G) = 0. In this method, no stabilization is added as
none is required.
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5.2.0.5. Time integration scheme

At present, three time integration schemes are supported in the code base that include: 1) first-order
backward Euler, 2) second-order BDF2 and, 3), the Crank-Nicholson method described in [141].

The general two- and three-state scheme time derivatives are simply written as:

99y — / (Yo" 1" + " " 4 y3p" )

T3 o av (537)

where ; represent the appropriate factors for either Backward Euler or a three-point BDF2 scheme.
The above time derivative is either nodally lumped or evaluated at the subcontrol volume quadrature
points. For a two-state backward Euler scheme, 7; is unity while 7, is negative unity. For a given variable
time step, the BDF2 factors are,

T = AT AL (5.38)
(1+27)
" 0t (5-39)
Y2 = (]- + T)a (540)
2
73 - (1 + T) . (5'41)
For a fixed time step, the y-factors reduce to the canocical (3, —2, 1) set.

In the Crank-Nicholson implementation, the generalized method is written as

o n+1 n+l _ n O™
8_(tb = U% +(1- 77)8—(? 7 (5-42)

where 7 is a blending coefficient between 1 and 2. Values of 77 of unity result in first-order backward
Euler, while values of 2 result in second order Crank-Nicholson, i.e.,

@1%1 _ 2(¢n+1 _ ¢n) B %n ( )
ot At ot - 40
A linearization is given by
8¢n+1 B (d)k _ ¢n) a¢n
% = 27& 5 (5-44)

where the old time derivative is computed based on the old solution of the partial differential equation
of interest. The above algorithm is especially useful in that it avoids the need to evaluate complex
right-hand side source terms at the n+1 and n state, e.g., simulations that include the need to compute
turbulence production, reaction rate terms, etc.
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5.2.0.6. Variable density

In the case of variable density, the same set of options exists in the code. Specifically, the time derivative
is written as (for backward Euler or BDF2),

Op (NP +72p" + 139"
Lav = v .
/ 9 / Ad (5-45)

For the Crank/Nicolson scheme, the full time term is

Opp"*t  prtlgntt — prgn dpp™
L = 1— )2 46
where it is noted that the full time derivative at n'” state is saved. The linearization is given by
8p¢n+1 pk¢k_pn¢n ap¢n
_ = _—_— 1 —_ _ "
T [N + (1 —n) Er (5.47)

In practice, the usage of the above formula for a second-order density derivative has proven unstable. As
such, 7 is set to unity.

5.3. DISCRETE SYSTEM OF EQUATIONS

The full approximate pressure projection scheme for non-uniform density is now written as

~LnAp™: = —Dp(i) — Lnp® + (Ly — DRG) o +b, (5.49)
updt = dg— FGL AP, (5.50)

The variable —7; is the residual that includes body source terms, pressure gradient, the non-symmetric
part of the viscous stress term, T7'fu%, parts of the time term and the left-hand side set of operators
acting on the u? state,

—ri = —nMpu; — Cr(m®)ui + TryAui + Triuf + Spi — (1 —n)M(puf) — GLip"™2. (s.51)
The mass matrix, M ]L“Aﬁi, is defined by
k
MfAG; =Y (Z NK(XQ,)Z—I;> (Z NK(xa/)AﬂKZ) dViy. (5.52)
o’eBr, \KeN KeN

The shape function above, Nk (X, ), is frequently evaluated at X, the coordinates of the vertex
associated with the transport equation, i.e., the case where a lumped mass matrix is used.
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For simplicity, the central difference operator is provided in C'r; At; as

CLAl,; = Z mk (Z NK(Xa)AﬁKz) : (5-53)

aEBL KeN

In the preceding equation, the mass flow rate has been linearized within the iteration step and may or
may not include the explicit stabilization terms. Moreover, the shape function operator, N (%, ), may
be evaluated at the edge midpoints to retain the skew symmetric aspect of the operator C,.. By default,
this term is evaluated at the subcontrol surface integration points, which retains the CVFEM canonical
27-point stencil.

The symmetric part of the stress tensor is given by

Ty =Y (Z NK(Xa)MK) (Z d]\;[l{ig&%) Nj(Xa)AAa, (5-54)

aeBp \KeN KeN

while the non-symmetric stress tensor is given by

Tiuy = ) (Z NK(xa)uK) (Z %ﬁu%) 1j(Xa) AAq (s-55)

a€Br, \KeN KeN
2 ANk (X4
-3 (3 o) (3 P ) e
a€Br, \KeN KeN p

Note that the nodal pressure gradient at node L for control volume L for direction ¢ is defined by
Equation s5.18. The operator, S1,;, contains the gravitational term as well as the [potentially] subtracted
out hydrostatic term,

Sui= ) (Z N (%) (0% — pref)> GidV. (5-56)
o’€By, KeN
The old time term contribution, M, (pw;"), is defined by

My (pu;") = Z <Z NK(Xa/)PKﬂKi”> AV . (557)

o’eBy, KeN

Again, o’ € By, is the set of all subcontrol volume integration points for control volume L, o/ € By, is
the set of all subcontrol surface integration points for control volume L, and K € N is the set of all
nodes within the element.

5.3.0.1. Predictor

In general, there are a number of predictors that are supported. The easiest predictor is a simple
predictor in which the old value is mapped into the current iterate. Predictors that incorporate old time
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derivatives include the forward Euler and Adams-Bashforth methods, e.g.,

# o= (558)
= " F AN (5:59)

5.3.1. Upwind Interpolation for Convection

We currently support several upwind interpolations for convection. The upwind methods are blended
with a centered scheme that becomes dominant below a specified cell-Peclet number.

5.3.1.1.  First Order Upwind

The first scheme is a simple first-order scheme that considers the two nodes adjacent to a control volume
face and extrapolates from the node in the upwind direction.

| . [ .

m¢upw = §(m+ ‘m’)¢L+ §(m_ ‘m’>¢R (5'61)
The convention is that flow leaves the control volume to the left (L) and enters the control volume to
the right (R). If the mass flow rate at the face is negative in value, then the node to the right will be

selected.

5.3.1.2. Blending Function

The user specified upwind factor controls the blending between the pure upwind operator and a
blended user-chosen upwind/central operator.

ma - nmaupw + (1 - 77) (Xmaupwsf’ + (]' - X) macen) ) (562)

where 7 is the user specified first order upwind factor and aupwsp represents the user specified upwind
operator, e.g., MUSCL, modified skew upwind, and even pure upwind.

The centered average of ¢ is computed from the shape functions, so it is based on all nodes in an
element. The shape functions are evaluated at the sub-face centroid. The cell-Peclet number, Peag, is
used in the blending function (see Figure s.3-1)

X = (CPeAX>2

" 5+ (CPean)? (5-63)

The hybrid upwind factor, ¢, allows one to modify the functional blending function; values of unity
result in the normal blending function response in Figure s.3-1; values of zero yield a pure central
operator, i.e., blending function = o0.0; values >> 1 result in a blending function value of unity, i.e.,
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pure upwind. The constant A is implemented as above with a value of 5. This value can not be changed

via the input file.
The cell-Peclet number is computed for each sub-face in the element from the two adjacent left (L) and

right (R) nodes.
% (URJ‘ + UL,i) ($R,i B vai) (5 64)

PeAz = ”

A dot-product is implied by repeated indices.

1.0 : L ety
0.8 | |
c ’
.9 //
e !
L :
IE 0.6 /, .
o)) ! — A=5
c /I --------------- A=2
= 04 ]
2 1 A L A=1
9
)
0.2 I”,":‘ F(Z) = z2/(A " Zz) N
0 0 Y n L ! !
0 2 4 6 8 10

Figure 5.3-1.. Cell-Peclet number blending function.

5.3.1.3. Modified Linear Profile Skew Upwind

Modified linear profile skew upwinding is a simplification to the skew upwinding approach in the
FIELDS scheme [122, 123]. We omit the physical advection correction terms. Integration point values at
control volume subfaces are interpolated from upwind intersection points on the element face. In the
original skew upwind scheme, the intersection point could either be interior subface or element faces.
The interpolation coefficients were computed by inverting a matrix relation between integration point
values and nodal values. The linear profile skew upwinding does not use interior subface intersections —
only element face intersections. The modified scheme throws out nodes on an element face that are

downwind of an interior subface as shown in Figure s.3-2.

5.3.1.4. MUSCL

The MUSCL approach (see Chap. 21 of Hirsch [142]) for higher order upwinding is adapted to
unstructured meshes. The upwind interpolation is constructed along each edge of an element. The
interpolation makes use of the two end nodes of the edge and the centered gradient constructed at the
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Figure 5.3-2.. Linear profile skew upwind scheme: a) all nodes
on the intersected element face are upwind of the subface, b)
omit nodes on intersected element face that are downwind of
the subface.

two end nodes. The MUSCL approach constructs an interpolation in one dimension from four (or
more) uniformly distributed nodal values. The two edge nodes are ¢; and ¢;1. The two other nodal
values, ¢; 1 and ¢; 19, are interpolated from the unstructured mesh using the nodal gradient
information.

The MUSCL scheme constructs left and right interpolants at the subface of the control volume.
Without the limiter functions, the interpolation is

fap = 6 10— 8) (@i i) + (14 8) (G = 90)], (565
11'3—1/2 = Qit1— i [(1+ &) (Pir1 — &) + (1 — £) (Pir2 — Pit1)] (5.66)

where the (¢ + 1/2) location is between node 7 and node ¢ + 1. On a uniform mesh, k = 1/3 givesa
third-order scheme. A second-order upwind scheme is recovered with = —1 and a centered scheme is
recovered with k = 1.

Limiter functions are introduced to prevent numerical oscillations from occurring.

i = o +1]0-00 (1) G0+ 140800 (6 =0)] . 67

rL

$fiy = b1 — % l(l +£) @ (rr) (iv1 — ¢i) + (1 — k) @ (i) (Pira — ¢>¢+1)} , (5-68)
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where

L 0i— i
= —, 5.69
Giv1 — Ps (5.69)
r  Dit2 — Pin1
= (5.70)
i1 — Ps
The limiters are selected to be symmetric such that
1
O (r)=rd (;) ) (5.71)
The limited interpolation functions are
2L 1 L
Py = ¢it 5‘1’ (7" ) (biy1 — i), (5.72)
~ 1
¢ﬁ1/2 = Qiy1 — 5@ (TR) (Giv1 — b5) - (5-73)
The interpolation for the points off the element edge is
(¢z‘ - </5z‘—1) = 2V¢ZA$¢+1/2 - (¢i+1 - ¢z‘) ) (5.74)
(¢i+2 - ¢i+1) = 2V¢i+1A$i+1/2 - (¢i+1 - ¢i) ) (5.75)

where Ax; 1/ = x;41 — x; is the distance vector along the element edge. Symmetric limiter functions
are:

Pl
VanLeer :  ®(r) = : 6
anLeer (r) T |r] (5.76)
VanAlbada:  &(r) = LE 7 (5.77)
n : =1 5.77
superbee : ®(r) = max(0, min(2r, 1), min(r, 2)). (5.78)

5.3.1.5. Convection at an Inflow and Outflow Boundary

At an open boundary, the first-order and LPS upwind schemes only make use of information on the

boundary.

For the MUSCL scheme with the flow leaving the domain at node ¢, the usual flux limiters are not used.
The slopes are compared between (¢; — ¢;_1) and (¢;—1 — ¢;_2). If the slopes are the same sign, the
unlimited second order upwinding is used. If the slopes are different, then a local interpolation is used.
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Estimate the slope (¢;—1 — ¢i—2) = 282V 9 — (¢; — ¢;_1), where Ax; = x; — x;_1 is the distance
vector along the element edge. For slopes of the same sign, use a second-order scheme,

B = 0t 3 (Voiadai— (i~ 6i0)) (579)

else, use a first-order scheme, g
OF = ¢ — 3 [(¢i — pi1)]- (5.80)

The boundary is the left (L) side. If the flow enters the domain, then use the local value of ¢;.

5.3.1.6. Nonlinear stabilization operator

The “nonlinear stability operator” (NSO) in Fuego is an artifical viscosity method where the added
diffusivity is based on a scaled, pointwise evaluated residual. For a dual volume (£2,,), associated with a
node n, the weak form of the NSO for a scalar variable ¢ is

g . Oz gzt
/aQ V(R) (0piq) g dS;, where g” = 0eF ogr” (5.81)

where v depends on the evalaution of a local residual R and the gradient of g as

R2

ij 04 "

.82)
dq (s
9279 Bai

UV =

The local residual can be taken, similar to Shakib[143] but in an incompressible context, as the full
residual of the PDE. For a conserved scalar,q, with diffusivity I', R would be

R= [(Time)p +(Adv.),, — (Diff.)pr] g, (5.83)

with discrete operators representing the individual terms of the advection-diffusion equation. For an
equation with a source term, it would also need appear in the local residual calculation. Another
possibility for choosing 12 would be based on the error of performing the chain-rule on the advection
operator.

R=Gi (pu'q) = |1 (pu') Gig + (Ia) Gi (o) (5-84)

where G and I represent interpolation and gradients evaluated at an integration point. Both options are
available in Fuego.

The NSO computed from such residuals can add an unnecessarily large amount of dissipation in some
cases. For this reason, we limit the NSO coefficient to the upwind value as

v =i (W(R). 3 () 0 (o) ). (585)

TR | . . . . .
where g;; = [¢¥] . Additionally, as it’s based on the mesh discretization error, the NSO coefficient
tends to vary strongly on short length scales. For numerical robustness, we average the NSO viscosity
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over control volumes, and then interpolate back to the subcontrol surfaces to evaluate the diffusion
term; that is,
N il
" g%
This operation effectively smooths the NSO viscosity over a patch of elements. The nonlinear
stabilization viscosity is not included at the boundaries.

(5-86)

5.3.2. Variable Density

The discretization of the time derivative requires special attention for variable density flows. The
density time-derivative in the continuity equation must be predicted in a continuous manner. The
density at the new time level in the convection terms and the transport equation time terms must also

be predicted.

The transport equations are solved in conservative form, so density appears in the time derivative. With
a segregated solution strategy, the density at the new time level is not available until the transport
equations have been solved once. A density predictor is required. A generic time term is written as

opp _ prtentt —prgn o gntt—gn
ot = At o v

pr—p"
At

(5.87)

There are two approaches to estimating the new density. The simplest approach is to use the most
recent value. The other approach is to use a density predictor. The predicted value of density at the new
time level, p*, is computed from the old density and the current density time derivative. Introduce the
nodal variable T for the discrete density time-derivative such that

T = — .
N (5.88)

pt=p" + AT (5.89)

The density derivative, T*, is always updated at the bottom of the transport equation loop after a new
set of temperatures and mass fractions is available. The two approaches are different for the first
nonlinear sub-iteration within a time step, but yield equivalent values upon subsequent sub-iterations.
The new density is also computed at the bottom of the equation loop. This value is ignored upon
subsequent sub-iterations if using the density predictor. But, this new density value will get copied to
the old time level when the time step is advanced. It is important to note that this new “old” velocity is
not consistent with the density that was used in the old transport equations, but it seems critical to the
success of this approach to do so.

For the first nonlinear iteration within a time step, the effect of the density at the new time level is
predicted by carrying forward the best approximation of the density time-derivative from the last time
step. The continuity equation is implemented as

/T*dV+ /p*m-"“nids ={J, (5.90)
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where the density time-derivative is the most recent value and the density in the convection is estimated
in the same manner as the transport equations. The density time-derivative, T, must be stored as a
persistent nodal variable in order to have a good estimate for the continuity equation from step to

step.

5.3.3. Open Boundary Conditions

Open boundary conditions are used for boundaries where the flow can go either in or out. The
direction of the flow is determined by the local force balance. In this documentation, the open
boundary condition is also referred to as the outflow boundary condition. There are two parts to the
outflow boundary condition. The first part concerns computing a velocity field that satisfies continuity.
The second part concerns selecting the proper convected scalar value depending if the flow is in or out
of the domain. Control volume balances are implemented at open boundaries for continuity,
momentum, and the other transport equations.

® : ®

: ds

X Ly §

. Pss Pfc
____________ o e
® ' ®

Figure 5.3-3.. Boundary mass flux integration locations.

A fixed pressure value is specified for the continuity and momentum equations. The nodal values of
pressure on the boundary are allowed to float. A mass flux condition is formulated at the boundary in
order to drive the boundary pressures towards the specified boundary pressure and to provide a
boundary mass flow rate for the other transport equations. The form of the boundary mass flux is
similar to the pressure-stabilized interior mass fluxes (see section s.1). The equation for the mass flux ata
boundary face, shown in Figure 5.3-3, is

Mbe = put'n;dS (s-91)

1
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and the interpolation formula for a single velocity component is

1:§ijZ—U;‘*+f— ZNZG”p] (PJ”A—S> ii + F H"—;NZUZ”

(5.92)
The upper case velocities, U;, are nodal velocities, while the lower case velocity, %, is the boundary
velocity. The average pressure, Pk, is computed at the opposing subface centroid and evaluated at the
new time level, 7 + 1. The boundary pressure, P., is evaluated at the boundary subface centroid and is
the “specified” pressure. The operator, G5, is the discrete gradient operator for node ¢. In the case of the
semi-discrete formulation, the last term is dropped in Equation 5.92 and f = 1.

The nodal pressure gradient is required for the momentum balance and the boundary mass flux
formulation. The nodal pressure gradient is constructed by a discrete Gauss divergence relation over the
control volumes. The pressure at most control volume subfaces is interpolated from the nodes of the
parent element, even over inflow, wall, and symmetry boundaries. For outflow boundaries, the specified
boundary pressure, Pr., is used.

Nodal velocities on open boundaries are corrected with the projection.

On pressure-specified open boundaries, the flow will sometimes exit and reenter the domain through
some sort of entrainment process. The process will look non-physical and is due to the artificially
imposed constant pressure. A method of counteracting the reentrance problem is to turn off the
convection terms in the momentum equations for control-volume subfaces which have reentrant flow.
This condition is optional and can be set on a side-set basis.

If the flow is entrained into the domain, then far-field values must be specified for the scalar variables.

5.4. SEGREGATED SOLUTION PROCEDURE

The time integration method is a two-level, backward Euler scheme, requiring data at two time states.
The discrete form of the nonlinear equations is

¢n+1 ¢n " "

5 F (¢, o"). (5.93)
Sub-iteration is required within the time step to satisfy the nonlinearities. Over one sub-iteration, the
nonlinear equations are solved in a segregated manner. Each segregated equation set is linearized and
solved as a linear problem. During the nonlinear iteration process, a temporary variable may be
introduced to differentiate the old guess at the state (n+1) from the new guess at the state (n+1). A
temporary variable (*) is introduced to hold the new estimate of the state (n+1). The temporary variable
is typically only used in describing the algorithm. Functionally, the (*) variables and (n+1) variables are
usually represented by the same array within the code. The only time a temporary variable would be
used in the code is if the momentum equations were segregated or if the species diffusion velocities were
not pre-computed.
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Within the transport equations, the convection terms are linearized by freezing the mass flux (density *
velocity * area).

The SIERR A framework provides services to manage the state data between the two time levels. The
SIERR A framework services are insufhicient because they only swap pointers. The result of the swap is
that the estimate of the new solution at time (n+1) uses the solution at (n-1) instead of (n), which is too
far away. After the pointer-swap, the SIERR A/Fuego code additionally copies forward the solution at
(n) into the initial guess at (n+1). The array-copy occurs only at the beginning of the sub-iteration
process. The SIERR A/Fuego code also manages the updating between (*) and (n+1) for the delta-form
of the linear system.

The material properties are evaluated at the top of a nonlinear sub-iteration. Density is a STATE
property since it has a time derivative in the continuity equation if properties are variable. Density will
always be treated as a state variable, even if it is constant. All other properties are treated as
TEMPOR ARY variables. The general workset algorithm that computes properties evaluates them at
the most recent guess of the (n+1) state. There is an additional workset algorithm that evaluates state
properties at both state (n) and (n+1). The state property evaluation is only performed during the
initialization phase. All material properties are evaluated at the nodes. Sub-face and sub-volume values
are averaged using the element shape functions.

A linear solve is performed for each equation set within a nonlinear sub-iteration. There is a solver
object associated with each equation set within the SIERR A framework. The solver object contains the
matrix connectivity and manages the assembly of the matrix components. There will be ten solver
objects for the full turbulent combustion mechanics (the species equations all use the same solver
object). There will also be ten repeated sets of connectivity information.

The ordering of the segregated equations during one nonlinear iteration is given in the following list.
Reduced equation sets for simplified mechanics maintain the same relative ordering.

1. evaluate material properties using the most recent estimate of temperature and composition
2. evaluate turbulent eddy viscosity if turbulent

3. evaluate combustion model species production rates

4. evaluate soot model production rates

5. evaluate gas and soot absorptivity for radiation model

6. solve x-momentum equation, store new predicted x-velocity until all momentum equations have
been evaluated

7. solve y-momentum equation, store new predicted y-velocity until all momentum equations have
been evaluated

8. solve zz-momentum equation, store new predicted z-velocity until all momentum equations have
been evaluated

9. update predicted velocities
10. solve continuity equation using predicted velocities, update new pressure
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I1I.

I2.

3.

4.

1s.

16.

17.

18.

19.

20.

21.

22.

23.

update new mass fluxes at all control volume sub-faces, including boundaries, and use in
subsequent transport equations

perform the velocity projection and correct all nodal velocities
assemble turbulence friction velocity

solve the turbulent kinetic energy equation if turbulent, store turbulent kinetic energy until
turbulence dissipation equation is solved so that the production and dissipation source terms can

be properly linearized

solve the turbulence dissipation equation if turbulent, update the turbulent kinetic energy and
turbulence dissipation

solve the enthalpy equation
* laminar: solve for temperature
* turbulent: solve for enthalpy

solve each species equation, do not update species mass fractions until all species equations have
been solved

solve the soot equation, store soot mass fraction until soot nuclei equation is solved
solve the soot nuclei equation, update soot mass fraction and soot nuclei mass fraction
compute Nth species mass fraction using summation rule
update temperature or enthalpy at new time level

* laminar: compute enthalpy

* turbulent: extract temperature
extract temperature from enthalpy if laminar

compute new density and time derivative of density

This procedure is repeated within a time step until the desired level of nonlinear equation convergence
is achieved.

5.5.

DISCRETE TRANSPORT EQUATIONS

The discrete form of the linearized equations are presented in this section. The nonlinear solution
procedure consists of repeated approximate Newton linearizations and linear solves of the discrete
equation,

Abp = b. (5-94)
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The matrix A is based on an approximate linearization of F' from Equation 5.93 about a predicted value

%

_ 1 _oFf o)
The right-hand side, b, of the linearized equation represents the residual of the nonlinear equation,
P* — "
b=F(¢*, ¢") — ——— .96
(9", 0") A7 (5.96)

If the nonlinear equation is converged, the right-hand side will be zero. The linear equations are solved
in delta-form. The solution vector consists of the change in the unknown rather than the new value of
the unknown.

There are four solution states in the nonlinear solver algorithm. The time level 7 is the old time level.
The state * represents predicted values at the new time level before the linear solve. The state *x
represents the values after the linear solve. The time level (n + 1) is the new time level. Within the
nonlinear iteration cycle, values at the new time level (n + 1) are copied to the predicted level * before
the next iteration.

There are three stages to the assembly of the matrix that result from the linearization. The first stage is
the assembly of element contributions. The elements contain control-volume sub-faces that are internal
to the mesh. The second state is the assembly of flux boundary conditions. The flux boundary
conditions contribute to the control-volume sub-faces on the boundary of the mesh. The flux
boundary condition contributions are full element contributions because they may involve both
boundary and interior nodes. The third stage is the enforcement of Dirichlet boundary conditions.

The element matrix contributions are processed by first evaluating surface integral fluxes at sub-faces
and then evaluating volume integral terms at sub-volumes. The flux is evaluate at a sub-face and then
added or subtracted from the two adjacent control-volumes. The sub-face area components are
constructed such that the face normal direction points from the left adjacent node to the right adjacent
node. Fluxes are subtracted from the left node (L) and added to the right node (R). The left and right
adjacent nodes for a give sub-face number within an element are given in Tables 5.8-8, 5.8-13,

and 5.8-18.

The linearization of each transport equation can be broken into contributions from the time term,
convection, diffusion, and sources.

A = At A+ A% A® (5.97)
b o= b+ +b¢+b° (5.98)

The linear system is assembled on an element-by-element basis. Each element contributesand N x N
element matrix where IV is the number of nodes in the element. The nodal contribution from node .J
for the control volume about node I is A; ;. Nodal variables in the following discussion are symbolized
by capital letters. Linear averages of variables at face £ are

pe = Y Nyl (5.99)
J

ko= Y Nyl kg (5.100)
J
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The density predictor (see Section 5.3.2) may be used to compute the density at the new time level for
the time derivative term.

The convection operator for a face 7 is C; ; and is described in Section s.3.1.

Gradients of variables at face k are:

pm:;%k 6 Py = ZﬁNJkPJ pz:;%kPJ (s5.101)
um:;%kaj Uy = ZaN‘]kUJ uz:;%ka] (5.102)
_Zaaj\;’ ) Yy = zj:aN] kVJ vzzg%kVJ (5.103)
wxz;%kw; w, = ZaNJkWJ Uy = %kWJ (5.104)
tx—E%kTJ ty = ZaNJ kTJ tz:;%kTJ (5.105)

5.5.1. Positive-Flow Convention and Integration Quadrature

The sign on a flux integral is defined such that flow into a control volume is positive and flow out of a
control volume is negative. The equations are assembled into the implicit matrix and right-hand side
such that the time derivative contribution of an unknown is positive. In reference to the model
differential equation, Equation 5.93, any implicit terms that contribute to the control volume balance,
F(¢), in a positive sense must be moved to the implicit left-hand side, switching signs.

The control volume balance is assembled on an element-by-element basis. Each element contributes
terms from fluxes over its internal sub-control volume faces and volumetric terms from its internal
sub-control volumes. A flux is computed for each sub-control volume face. The flux contribution is
then summed into the two adjacent control volumes, adjusting the sign according to whether the flux is
in or out of the control volume. The convention is that the sub-face normal direction between two
adjacent control volumes is positive from the lower local sub-volume number to the higher sub-volume
number in a local node numbering sense. The consistent treatment of fluxes is a requirement for
conservation. Each sub-control volume face is numbered the same as the element edge number. The
two adjacent control volumes for each edge number are given in Tables s.8-8, 5.8-13, and 5.8-18 for
different element types.

The elemental flux contributions are assembled into a global control volume matrix. Each control
volume balance is written in terms of coefficients multiplying the surrounding nodal values. In terms of
matrix terminology for two-dimensional elements, the matrix coefficient for Node 5 of Figure s.0-1,
associated with the control volume center, is the diagonal term and should be positive. All other nodal
coefhicients for the control volume balance are the off-diagonal terms and complete one row of a global
flux-balance matrix.
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The control volume flux integrals are evaluated using numerical quadrature. The integral term for each
control volume sub-face and sub-volume is evaluated using a single quadrature point. The number of
quadrature points for the surface fluxes in an element is equivalent to the number of sub-faces. For
example, a quadrilateral element will have four sub-face quadratures and four sub-volume quadratures.
A hexahedral element will have twelve sub-face quadratures and eight sub-volume quadratures.

In three-dimensional elements, the control-volume sub-faces may not be planar. Care must be taken to
conserve surface area over a control-volume to prevent non-physical sources and sinks. The sub-faces in
a three-dimensional element are defined by bilinear surfaces and the discrete surface area differential is
also a bilinear function. Since the quadrature for a bilinear function is exact if evaluated at the
mid-point, the current quadrature strategy will ensure surface area conservation.

The quadrature coefhicients are customarily derived such that the integration ranges from —1to 1,s0a
mapping is required to quadrature space.

b a1 B
[rew = 25 [ 1 (5100
(5-107)

§ = b—;—a_f_b;ag (5.108)

The integrand is evaluated at discrete points, called Gauss points, and summed using weighting
functions.

/ F (8) d€ = wiF () (s:108)

1

For a one-point quadrature, §; = 0 and wy = 2.

5.5.2. X-Momentum, 3D Laminar Transport

The time term is lumped. The time-term contribution is evaluated for each sub-volume.

LAV
Ai,[ = pI—At (5.110)

by — = (p;Uf — p7U7T) Ttl (5.111)

The convection term is computed at each face k and assembled to the left (IL) and right (IR ) control
volumes.

Ay += Cry (5.112)

A?R,J - = Ck,J (5.113)
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b, —= ZCZ,JU;
J

b += > Ci,Us
J

(5-114)

(5.115)

The viscous stress term is computed at each face & and assembled to the left (IL) and right (IR) control
volumes. Only the solenoidal part of the stress term is used for the matrix. The stress term may or may

not include the molecular viscosity, depending on the user specified model.

ON; ON; ON;
For = —Mk<WkAx+a—ykAy+§kAz)

Al += Fey
Afpy —= Fiy

Tex = Hi (u; + u;)

Ty = (uy +0])

Tz = (W +wj)

Tt =  —(TagAs+ TayAy + o A,)
b.CTlL -= fx
b += fi

The pressure is assembled in the form of a volume integral. The pressure oradients have been
p g p g
pre-computed at nodes use a surface-integral approximation.

OP|*
po—= 2| AV,
I oz |, d

5.5.3. Y-Momentum, 3D Laminar Transport

The time term is lumped. The time-term contribution is evaluated for each sub-volume.

AV

Apr+= P;E

bﬁ_: V%; —IOIVI>Tt

231

(5.116)

(5.117)
(5.118)

(5.119)
(5.120)
(5.121)
(5.122)
(5.123)
(5.124)

(5.125)

(5.126)

(5.127)



The convection term is computed at each face k and assembled to the left (IL) and right (IR)) control

volumes.

c o *
Aty += Cyy
c o *
Atpy —= Ciy

b, —= ZCZ,JV}k
J

bip += ZC;,JVf
7

(5.128)
(5.129)

(5-130)

(5.131)

The viscous stress term is computed at each face k and assembled to the left (IL) and right (IR)) control

volumes. Only the solenoidal part of the stress term is used for the matrix.

8NJ 8N; aA]\/vJ
P, = _Mk<EkAm+a_ykAy+WkAz)

A?L,J 4= FkJ
A?R,J —= iy

Tye = i (V) +u)

Tyy = Hk (UZ + U;)

Tyz = [ (U: + w;)

fir = — (el +14,+1,.4,)

bj'lL —= J

bin += [

The pressure is assembled in the form of a volume integral. The pressure gradients have been
pre-computed at nodes use a surface-integral approximation.

OP|"
Bo—= 2| Ay
L ayl b

239,

(5.132)

(5.133)
(5.134)

(5.141)



5.5.4. Z-Momentum, 3D Laminar Transport

The time term is lumped. The time-term contribution is evaluated for each sub-volume.

LAV
A+ = rix; tI (5.142)
bt} - = (:OIWI — piW; ) —AtI (5.143)

The convection term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes.

Ay += Ciy (5.144)

A?R,J - = CZ,J (5.145)

b, —= > Ci,W; (5.146)
7

r += Y Ci,W; (5.147)
7

The viscous stress term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes. Only the solenoidal part of the stress term is used for the matrix.

Frg = — <% . A+ aa_]\;] ) Ay % ) Az> (5.148)
A?LJ += FiJ (5.149)
A?RJ - = Fk,J (5.150)

Tew = (W, +uj) (5.151)
Tzy = Mk (w; + U;) (5.152)
Tee = g (W] +wy) (5.153)

fi = —(ads+ 1A, +7A,) (5.154)
b == f (5.155)
bin += fe (5.156)
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The pressure is assembled in the form of a volume integral. The pressure gradients have been
pre-computed at nodes use a surface-integral approximation.

. oP "
by — = 5 [AVI (5.157)

5.5.5. Buoyancy, Momentum Transport

The body force imposed by the buoyancy term can be constructed in one of three ways.

5.5.5.1. Boussinesq Form

For the Boussinesq approximation, the body force is evaluated at the sub-volume centroid, &, for
sub-volume 1.

b = ;—9 (Z Nl Ty — To) AV, (5.158)
° J

5.5.5.2. Differential Form

For the “differential” form, the hydrostatic component of pressure has been removed. The body force is
evaluated at the control-volume centroid, for sub-volume I.

bi+ = (p7 — po) gAV] (5.159)

5.5.5.3. Full Form

The body force is evaluated at the control-volume centroid, for sub-volume /.

bi+ = prgAVi (5.160)
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5.5.6. Mass Transport — 3D Continuity

The time term is lumped. The time-term contribution is evaluated for each sub-volume.

. AV
b — = (o} — o7) Ttl (5.161)

The convection term is computed at each face k£ and assembled to the left (IL) and right (IR)) control
volumes using the Rhie/Chow scheme from Section s.1.

ON; ON; ON;
Fog = —fAt| —==| A+ —=| A4+ | A, 16
Bl / ( az |, + oy |, vt 0z |, (5162)
A(;L,J += FiJ (5.163)
Alp; —= Fig (5.164)
up = Y N U+ f— | e ) f =) N U] (sa6s)
7 P\ 9%, N
vio= Y NV = —| =pp |+ =D NV (5a66)
J P J Yl J
. . At orPl* N "
wy = ZNJ|kWJ+f7 Z—Z —Pz> + F (wk _ZNJ|JWJ) (5.167)
J J J J
i = p (Ui, + UEAy + wiAL) (5.168)
b?L —= my (5-169)
bir += 1y (5.170)

Velocity correction and new mass flow rate.....

5.5.7. Energy, 3D Laminar Transport

The laminar energy equation is linearized with respect to the temperature. The time term is lumped.
The time-term contribution is evaluated for each sub-volume. The density must also be linearized for
stability.

H:\ AV,
oy (pror L) 2T
A+ = <PICp,I PITI*> AL (5-171)
AV,
b — = (piH} — pPH}) — (5.172)

235



The convection term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes.

Al += O);L,#C;,J (5.173)

A;R,J - = CIZL;IC’;,J (5.174)

%, —= ) Cri'H; (5.175)
7

b5 += > Cpi'H; (5.176)
7

The heat conduction term is computed at each face k£ and assembled to the left (IL) and right (IR)
control volumes.

Frg = —kg (% kAx 88—]\;] kAy + % kAZ) (5-177)
ACIlLJ += FiJ (5.178)
A(}ZRJ — = Fk,J (5.179)

@ = —k(GA+EA+TA,) (5.180)
b —= @ (5.181)
bin += @ (5.182)

5.5.8. Temperature, 3D Laminar Transport

The laminar temperature equation is linearized with respect to the temperature. The time term is
lumped. The time-term contribution is evaluated for each sub-volume.

AV,
Afr+ = IOIA—tI (5.183)
b — = (p1Tf — p717) A_tI (5.184)

The convection term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes.
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Ay += CJ (5.185)

A;R,J - = C}?,J}l (5.186)

by, —= Z Cz?;lT; (5.187)
J

bip += ) Ci5'T; (5.188)
J

The heat conduction term is computed at each face k£ and assembled to the left (IL) and right (IR)
control volumes.

R ON; ON; ON;

Foy = -k (V) 4 T gy Py 18
bl Cp,k(ax Ty | YT e |, (s189)
A?LJ += Hpj (5.190)
Atp; —= Fig (5.191)

l{/k * * *
Gp = —— (ta?Am + tyAy + tZAZ) (5.192)

Cpk

b, —= (5.193)
br += @& (5.194)

A correction for variable specific heat is applied as a volume term. The correction is computed at the
centroid of the sub-volume, &, for control volume /.

K
b?—i— = E (tl‘Cpﬂ; + tprJ/ + tsz,z) A‘/f (5195)
p

5.5.9. Species, 3D Laminar Transport

There is a species equations for each species. The mass fraction is Y, where s is the species number. The
time term is lumped. The time-term contribution is evaluated for each sub-volume.

AVr

At — *
11t = pr At

(5.196)
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bt[ - = (PIY;,I - PIYs,I) A—tl (5197)

The convection term is computed at each face k and assembled to the left (IL) and right (IR ) control
volumes.

Ay, += O (5.198)

b?L - = Z C/Z;ljlnif (5.200)
J

bip += Z Cet'yy, (5-201)
T

The mass diffusion term is computed at each face k and assembled to the left (IL) and right (IR) control
volumes.

Froy = —peDsp <% kAI + 88_]\;] kAy + % kAz) (5.202)
AC}LJ += Fiy (5.203)
ACIiRJ —= Fyg (5.204)

fr = —peDsy (ysiAs +ys;Ay +ysiA,) (5.205)
b?L —= fi (5.206)
bl += [k (5.207)

5.5.10. X-Momentum, 3D Turbulent Transport

The time term is lumped. The time-term contribution is evaluated for each sub-volume.

AV,

Apr+= P?E (5.208)
bt} - = (pIU] — p1Uy ) th (5.209)
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The convection term is computed at each face k and assembled to the left (IL) and right (IR)) control

volumes.

c — *
ALy += Cry
c o *
Aipy —= Cp,

b, —= ZCI:,JU;
J

b += 3Gl
J

(5.210)
(5.211)

(5.212)

(5.213)

The viscous stress term is computed at each face k and assembled to the left (IL) and right (IR)) control

volumes. Only the solenoidal part of the stress term is used for the matrix.

ON; ON; ON;
Frg = — (e~ prk) <W kAas -+ Iy kAy + e kAz)

A(}L,J += FiJ
A?R,J - = Fk,J

Tow = (ke + prr) (ug +uy)

Toy = (ke + prr) (U + v})

Toz = (e + prg) (W] +wj)

fe = —(Befst gyt Tads)
bfTiL —= Jr
bl += fu

The pressure is assembled in the form of a volume integral. The pressure gradients have been
g p g
pre-computed at nodes use a surface-integral approximation.

OP|*
by —= —| AV
L oz |, !
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(5.214)

(5.215)
(5.216)

—~

5.217)
5.218)

5.219)

—~~

—~

5.221)

—~

5.222)

(5.223)



5.5.11. Y-Momentum, 3D Turbulent Transport

The time term is lumped. The time-term contribution is evaluated for each sub-volume.

LAV
Afy+ = pix, (5.224)
by == (V7 = 0tV %, (5.225)

The convection term is computed at each face k and assembled to the left (IL) and right (IR ) control
volumes.

Aty += Ciy (5.226)

A;R,J - = CZ,J (5227)

b, —= > Ci,Vi (5.228)
7

bir += ZC’I:,JVJ* (5-229)
F;

The viscous stress term is computed at each face £ and assembled to the left (IL) and right (IR) control
volumes. Only the solenoidal part of the stress term is used for the matrix.

Frg = — (i + prr) <% kAg; =k 86_]\;] ) Ay + % ) Az) (5-230)
ACIiLJ += Frg (5.231)
A?R,J - = Fk,J (5.232)

Tye = (r+ prk (U +u ) (5.233)
Tyy = (e + o) (U +v ) (5.234)
Tye = (e + prw) (V5 + w)) (5.235)
fo = —(Twhs + 1Ay + 7. A,) (5.236)
b, == Jr (5.237)
bin += Ji (5-238)

240



The pressure is assembled in the form of a volume integral. The pressure gradients have been
pre-computed at nodes use a surface-integral approximation.

OP|*
b} —= —| AV 5.239
I ay ; I ( )

5.5.12. Z-Momentum, 3D Turbulent Transport

The time term is lumped. The time-term contribution is evaluated for each sub-volume.

LAV
Ai,] + = pITt (5.240)

bt[ — = (oW — piW7) A—tI (5.241)

The convection term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes.

A?LJ + = CZ,J (5.242)

A?R,J - = CZ,J (5.243)

bip —= D CiW; (5:244)
J

bin += ZCZ,JWj (5-245)
J

The viscous stress term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes. Only the solenoidal part of the stress term is used for the matrix.

8NJ 8NJ a]\TJ
F = —| A, + —| A — A, 246
k,J (/Lk + /’LTJC) ( o i + ay i Y + 92 i (S 24 )
ACIZL,J = Fk:,J (5.247)
A?R’J —= Fpg (5.248)
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Tew = (& +pre) (g + u)
Ty = (e + prw) (0 + %)
Tor = (& + prg) (W) +w})
fo = —(Twds + T Ay + 72 AL)
b?L —= Jx
bp += f

T'he pressure is assembled in the form of a volume integral. The pressure gradients have been
g p g
pre-computed at nodes use a surface-integral approximation.

OP|*
b2 —= —| A
I 0% |; Vi

5.5.13. Turbulent Kinetic Energy, 3D Turbulent Transport

The time term is lumped. The time-term contribution is evaluated for each sub-volume.

LAV
Afi,] R = PIAy

AV;

b} - = (P’}K}F - P?K?) At

(5-249)
(5-250)
(5:251)
5.252)
5.253)
5.254)

N~ o~

(5.255)

(5.256)

(5.257)

The convection term is computed at each face k£ and assembled to the left (IL) and right (IR)) control

volumes.

c _ n+1
ALy += G5

e _ n+1
AIR,J - Ck,J
c _ n+1 *
bIL - E :Ck,J KJ
J
c _ n+1 g%
bir += E :Ck.,J Kj
J

(5-258)
(5-259)

(5.260)

(5.261)

The viscous stress term is computed at each face £ and assembled to the left (IL) and right (IR) control

volumes. Only the solenoidal part of the stress term is used for the matrix.
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Mk a-ZVJ aNJ 8NJ
F = ——= | = A+ —| A, + —=—| A, 26
ko oL ( or |, oy | pt 0z |, (5:262)
Al += Fuy (5.263)
A?R,J - = Fk,J (5.264)
fo = “EEA+ kA +EA) (5265)
Of Y
bCIlL —= fi (5.266)
b += Ja (5.267)

The turbulence production is assembled in the form of a volume integral. The velocity derivatives are
computed at the sub-volume centroids.

2
® = 2(ul+v)+w?) —g(ux+vy+wz)2
o (uy+ ) + (04 wy)? + (we + ) (5:268)
b 4+ = up®AV; (5.269)

The turbulence dissipation is assembled in the form of a volume integral. The terms are evaluated at the
node associated with the control volume.

E*
Ajr+=p1 KI* AVy (5.270)
I
b? — = ,OIE;AV] (5.271)

5.5.14. Turbulence Dissipation, 3D Turbulent Transport

The time term is lumped. The time-term contribution is evaluated for each sub-volume.

LAV
Al},f + = pITtI (5-272)
b3 - = (PIEI — Pr EI) —AtI (5273)

The convection term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes.
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Ag, += G (5.274)

Ajp, —= Cp¥t (5-275)

bip —= D CiS'E; (5.276)
)

b += Y Cii'Ej (5:277)
J

The viscous stress term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes. Only the solenoidal part of the stress term is used for the matrix. As with the turbulent kinetic
energy transport equation, the molecular viscosity may augment the effective diffusivity.

Mk 6NJ aN] (9NJ
F = ——=—| A+ ——| A, + —=—| A, 278
Bod T ( oz |; + oy |, 7 + dz |, (5278)
AL, += Fiy (5279)
A?R,J —= Fig (5.280)
fo = “EE (A teA+eA,) (5.281)
b, —= fu (5.282)
bl += f (5-283)

The velocity derivatives are computed at the sub-volume centroids using velocities at the new time level
(n+1).

2
o = Q(Ui—l—vz—i—wz) — g(ux—l—qusz)g
+ o (uy +00) + (0 4 wy)” + (we + )" (5.284)
E*
by += urC,®—LAV; (5-285)

K

The turbulence dissipation is assembled in the form of a volume integral. The terms are evaluated at the
node associated with the control volume.

E*
A+ = plcegfl*A‘/I (5.286)
i
Bf -,
b7 — = p1C, FEIA‘/I (5287)
I



5.5.15. Energy, 3D Turbulent Transport

The time term is lumped. The time-term contribution is evaluated for each sub-volume.

AV,
Apr+= PJTtI (5:288)
by — = (p1H] — pPHY) _AtI (5.289)

The convection term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes.

Af, += C/?jl (5.290)

A;R,J - = Cﬁl (5.291)

b, —= ) Cri'H; (5.292)
of

i += > Cii'Hj (5-293)
J

The heat conduction term is computed at each face k& and assembled to the left (IL) and right (IR)
control volumes.

By — _(%+%) (%kAx+aa—]\;’kAy+%kAz> (5-294)
AL, = Foy (5-295)
At,, —= Fig (5.296)

G = - <% + /;Lr;) (hsAs + hEA, + REA,) (5297)
¥, —= g (5:298)
My += g (5.299)
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5.5.16. Species, 3D Turbulent Transport

There is a species equations for each species. The mass fraction is Y, where s is the species number. The
time term is lumped. The time-term contribution is evaluated for each sub-volume.

LAV
A+ = rix; tI (5.300)
btf - = (PIYS,I - PIY;,I) —Atl (s.301)

The convection term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes.

Afp; += C’;Zf}l (5.302)
A?RJ - = CI?,JEI (5.303)
1y *
s o—= > Oy, (5-304)
F;
bir += ) Cev'Yy, (5:305)
J

The mass diffusion term is computed at each face k£ and assembled to the left (IL) and right (IR) control
volumes.

K, - _(%ngj) (%kAeraa—]\;kAﬁ%kAz) (5:306)
Al += Ry (5:307)
Ay, —= F, (5-308)

fo = - (% " %) (57 4z +ys; 4y +ysA:) (5309)
W o—— f, (5.310)
bp += Ja (5311

The chemical production source terms from the EDC model are applied at the centroid of the control
volume. The production term is constructed from the rate, the fine structure mass fractions, and the
average mass fractions.
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A?I + = 7, ] AV] (5.312)

Wsg = TsI <Kgf}s—3/;1> (5:313)
b += W AV; (5.314)

5.5.17. Soot Transport, 3D Turbulent Transport

The time term is lumped. The time-term contribution is evaluated for each sub-volume.

AV
A},I + = /)IE (5.315)

AV;

bt R *xQ¥ _ nQn )
1 (P57 — P1ST) At (5.316)
The convection term is computed at each face k and assembled to the left (IL) and right (IR)) control

volumes.

A, += O (5-317)

Algys — = CI?,_SI (5.318)

b, —= > Cri'sy (5:319)
J

br += > Cri's; (5-320)
J

The diffusion term is computed at each face k and assembled to the left (IL) and right (IR) control
volumes.

pr  prk\ ( ONg 0N ON;
Foy = —(Begpbmk) (20 4 TV 4 L TV g, .
kil (SC+SCT) ( oz |, ey | LT e |, (5321
ACIiL,J += Frg (5.322)
Alp; —= Fug (5:323)
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= _(BEATEY (g * *
fr = (SC + SCT) (s3As + 55 Ay + s3A,) (5-324)

b, —= fu (5.325)
b += fi (5.326)

The soot production source term from the EDC model is applied at the centroid of the control
volume.

b? = = czJsoot,IA‘/I (5.32,7)

5.5.18. Soot Nuclei Transport, 3D Turbulent Transport

The time term is lumped. The time-term contribution is evaluated for each sub-volume.

LAV
A+ = Piap (5.328)

bi’ - = (pIN] — P N; ) —AtI (5.329)

The convection term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes.

Aq, += % (5-330)

A?R,J - = C/ﬁl (5-331)

bi, —= Y Cri'N; (5332)
J

r += ) Cpi'N; (5.333)
J

The diffusion term is computed at each face k and assembled to the left (IL) and right (IR) control
volumes.
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Fy = _(§+%) (%kA$+aa—]\yf"kAy+%kAz> (5334)
Al += Fu (5-335)
Aty —= Fry (5:336)

P (% . ’;%’f) (nAy + 3 A, +ntAL) (5337)
W~ = f, (5-338)
B += fo (5-339)

The soot nuclei production source term from the EDC model is applied at the centroid of the control
volume.

b,sr + = wnucl,IA‘/I (5'340)

5.6. DISCRETE BOUNDARY CONDITIONS

The Dirichlet boundary conditions are applied directly in the linear solver. The flux boundary
conditions are linearized and then assembled to the linear system. The flux boundary conditions are
processed on a face-by-face basis. The data available with each face includes all the data on the parent
element.

5.6.1. Symmetry, 3D Momentum

The viscous stresses can only impart a normal force at a symmetry boundary. The only other force
contribution is from the pressure. The pressure is integrated over the boundary using the boundary
nodal values.

The normal viscous force component is assembled to the right hand side only for the laminar
equations.

The viscous stress and sub-face normal are computed at each sub-face on the element face. The
integrated sub-face force is assembled to its adjacent node.

aui an
Fupi=p (axj + 3I7;> nJAw (5-341)

where 1 is the unit sub-face normal vector and A, is the area of the sub-face.
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5.6.2. Outflow, 3D Mass

The mass flux at a pressure-specified outflow boundary is given by Equation 5.92. The pressure at the
face in the equation is Py, and is the specified value (see Figure 5.3-3). The interior sub-face pressure is
P, and is an average of nodal pressures. The fully assembled Poisson equation for pressure will have
positive diagonal coeflicients. Note that the form of Equation 5.92 will contribute a positive diagonal
value. The nodal pressure gradient, Gijp;’fSt, contains the influence of the specified pressure. The
difference of the nodal pressure gradient and the boundary pressure gradient cancels the influence of the
specified pressure in the outflow boundary condition. The specified pressure at the boundary only

directly influences the momentum balance.

5.6.3. Outflow, 3D Momentum

The outflow boundary condition is applied to boundaries with either pressure-specified inflow or
pressure-specified outflow. The viscous stresses are integrated over the boundary, but the viscous force
normal to the boundary is neglected.

If the flow is entering the domain, the convected velocity is a combination of a specified tangential
velocity (coflow) and a normal velocity. The normal velocity is constructed from the local nodal
values.

If the flow exits the domain, the convected velocity values are interpolated from nodal velocities in the
element adjacent to the boundary, similar to the interior scheme discussed in Section s.3.1. The
convected velocities are blended from an upwind interpolation (nearest boundary node) and centered
interpolation. The shape functions for the centered interpolation are taken from the interior sub-face
that is directly opposite the boundary sub-face. The upwind scheme will extrapolate from the nearest
node and the linear profile skew upwind scheme will interpolate to the boundary sub-face centroid.

5.6.4. Outflow, 3D Energy and Temperature

The outflow boundary condition is applied to boundaries with either pressure-specified inflow or
pressure-specified outflow. The heat conduction is integrated over the boundary. The transport of
enthalpy by mass diffusion for a multicomponent system is not yet implemented (cdm — 9/26/10).

If the flow is entering the domain, the convected enthalpy is set to a far-field reference value.

The convected enthalpy values are interpolated from nodal enthalpies in the element adjacent to the
boundary, similar to the interior scheme discussed in Section s.3.1. The convected enthalpies are blended
from an upwind interpolation (nearest boundary node) and centered interpolation. The shape
functions for the centered interpolation are taken from the interior sub-face that is directly opposite the
boundary sub-face. The upwind scheme will extrapolate from the nearest node and the linear profile
skew upwind scheme will interpolate to the boundary sub-face centroid.
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5.6.5. Outflow, 3D Species and Soot

The outflow boundary condition is applied to boundaries with either pressure-specified inflow or
pressure-specified outflow. The mass diffusion is integrated over the boundary.

If the flow is entering the domain, the convected mass fractions are set to far-field reference values.

The convected species mass fraction values are interpolated from nodal mass fractions in the element
adjacent to the boundary, similar to the interior scheme discussed in Section 5.3.1. The convected mass
fractions are blended from an upwind interpolation (nearest boundary node) and centered
interpolation. The shape functions for the centered interpolation are taken from the interior sub-face
that is directly opposite the boundary sub-face. The upwind scheme will extrapolate from the nearest
node and the linear profile skew upwind scheme will interpolate to the boundary sub-face centroid.

5.6.6. Outflow, 3D Turbulent Kinetic Energy

The outflow boundary condition is applied to boundaries with either pressure-specified inflow or
pressure-specified outflow. If the flow is entering the domain, the convected turbulent kinetic energy is
set by one of two ways:

e user specified value for turbulent kinetic energy, e.g. 0.0.,

e calculated entrainment value based on user specified turbulence intensity, 75, and the relationship

kip = ((]1”ef7ﬁm)2 . (5-342')

NN V]

The reference velocity at the integration point, U, , is determined by the current integration point
mass flow rate divided by a characteristic area divided by the integration point density.

The convected turbulent kinetic energy is blended from an upwind interpolation (nearest boundary
node) and centered interpolation. The shape functions for the centered interpolation are taken from
the interior sub-face that is directly opposite the boundary sub-face. The upwind scheme will
extrapolate from the nearest node and the linear profile skew upwind scheme will interpolate to the
boundary sub-face centroid.

5.6.7. Outflow, 3D Turbulence Dissipation

The outflow boundary condition is applied to boundaries with either pressure-specified inflow or
pressure-specified outflow. If the flow is entering the domain, the convected turbulence dissipation rate
is set by one of two ways:

e user specified value for turbulent dissipation rate, e.g. 0.0.,

e calculated entrainment value based on user specified turbulence intensity, characteristic length and the
relationship
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32

€= 0% “ij (5:343)

where [ = 0.07L; L represents the user-specified characteristic length of large turbulent structures. The
integration point turbulent kinetic energy is again based on the user specified turbulence intensity in
conjunction with Equation s.342.

The convected turbulent dissipation rate is blended from an upwind interpolation (nearest boundary
node) and centered interpolation. The shape functions for the centered interpolation are taken from
the interior sub-face that is directly opposite the boundary sub-face. The upwind scheme will
extrapolate from the nearest node and the linear profile skew upwind scheme will interpolate to the
boundary sub-face centroid.

5.6.8. Wall, 3D Turbulent Momentum

The effect of the wall force imparted by the wall on the fluid, as outlined in Section 2.7.5, is handled by
the standard law of the wall formulation. To explain this procedure, consider a two dimensional
element with two faces that consist of a wall boundary side set, Figure 5.6-1.

I
1
1
1
I
I
1
N W W 777

Figure 5.6-1.. Integration locations for a wall boundary.

The resulting discretization of the ith-component of velocity, for the boundary face that is a wall can be
expressed as follows,

where A, is the area, n; is the unit normal to the wall, and ), is the wall shear stress factor from law of
the wall,
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KU,
Ay = —2

= (&) (5-345)

The parallel velocity component in Equation 5.344 is determined by the projection of the nodal velocity
onto each of the four (hex) or three (tet) subcontrol boundary faces (see Equation 2.183). In many
respects, this procedure is very much like that of a cell-centered scheme in that the nodal velocity is
assumed to act over all boundary faces. The paramount difference is the ability of one nodal velocity to
be applied to a multitude of faces of potentially different orientation.

Asindicated in Section 2.7.s, the friction velocity at the centroid of the boundary face is determined by a
nonlinear solution procedure that will now be described. The procedure begins by use of
Equation 2.172, rearranged to form the function F/,

Ur EpY u,
F(ur) =u — —in <pr) : (5346)

The objective is to determine the value of the friction velocity such that the function, F, is minimized.
A Newton solve is therefore constructed that has the following standard iteration form,

k+1 _ k Fk
wt =y - s (5-347)

where ' is defined by Equation 5.346 evaluated at the k'™ iteration level, and ¥ is defined by

1 EpYu*
) LA — {1 +in <M)} : (5.348)
K u

The procedure by which the normal distance to the wall is determined is based on the method outlined
by the vertex-centered CFD code TASCflow [144]. In the procedure, the normal distance to the wall is
linked to the grid by the evaluation of the normal distance from the subcontrol volume center to the
boundary face. Therefore, the normal distance to the wall can be determined by the following steps:

e Determination of the coordinates of the subcontrol volume center by a shape function loop over all
nodes. This step in the procedure mandates a SIERR A heterogeneous (face-element) workset
algorithm.

e The determination of a vector, &;, from the subcontrol volume center to the respective nodal
location.

e The use of the perpendicular projection operator, P, , which is defined by,

PJ_ = —n;n;, (5'349)

and finally,

® The determination of the normal distance by
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Y=o 2+ T2+ x5 (5:350)

For convenience, the density and viscosity used in all of the above equations are nodal quantities. In
other words, the physical properties are not interpolated to the centroid of the boundary face.

Once the wall shear stress factor is evaluated, it is required that the appropriate component of the
velocity parallel to the boundary face is used appropriately within the respective momentum equations.
As was discussed in the section on non-orthogonal momentum math models, Section 2.7.5, the parallel
velocity can be written in component form (see Equation 2.184).

5.6.8.1. X-Momentum

The x-momentum wall force, F},; is expressed as
Fu1 = — A Ay, (5-351)
where uy is defined as

uy = (1= nf) g — (1 — nana) uz g — (1 — nin2) us pa. (5352)

Note that the form of Equation 5.352 allows for an implicit treatment of the force imparted by the wall

on the fluid by the factor
Awdy (1—n3). (5-353)
5.6.8.2. Y-Momentum

The y-momentum wall force, F, is expressed as

Fuo = =M Ay, (5354)

where uy is defined as

Ug|| = (1 = n%) U2,nd — (1 = n2n1) Ul,nd — (1 . n2n3) U3,nd- (5-355)

Note that the form of Equation 5.355 allows for an implicit treatment of the force imparted by the wall
on the fluid by the factor

AwAy (1—n5%). (5356)

254



5.6.8.3. Z-Momentum

The z-momentum wall force, F},3 is expressed as
Fu3 = — A Auug, (5-357)
where u3) is defined as

ug| = (1 — ng) U nd — (1 — n3ng) ug pg — (1 — ngng) Uz pa- (5.358)

Note that the form of Equation 5.358 allows for an implicit treatment of the force imparted by the wall
on the fluid by the factor

AwAy (1 —n3) . (5-359)

5.6.9. Wall, 3D Turbulent Kinetic Energy

As described in Section 2.7.6, the wall boundary condition for turbulent kinetic energy can be applied
in a variety of ways. In general, there are two supported methods.

The first method is specify the near-wall turbulent kinetic energy as a Dirichlet condition whose value is
determined by the assumption of local equilibrium between production and dissipation of turbulent
kinetic energy.

The second method is to solve a transport equation for the near wall turbulent kinetic energy whose
form utilizes a modified production and dissipation term based on the assumption of local equilibrium
between production and dissipation of turbulent kinetic energy. The use of a full control volume
equation for the near wall turbulent kinetic energy in the presence of non-zero convection and diffusion
coefhicients is a violation of the very tenants of the law of the wall formulation which implicitly assumes
pure shear flow behavior. Nevertheless, this method is frequently used.

The Dirichlet method consists of the determination of each integration point turbulent kinetic energy
by use of the following equation,

u2

ki = B ) (5360>
P C,i/Q

The value of u, is determined by a nonlinear iteration solve of the law of the wall formulation. The
integration point values are area weighted and assembled into the nodal location. The nodal value of
the turbulent kinetic energy is given by the accumulated area weighed integration point turbulent
kinetic energy divided by the total face area.
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5.6.10. Wall, 3D Turbulence Dissipation

Consistent with all of literature, the near-wall value of turbulent dissipation is determined from
iteration-lagged values of friction velocity,

3

u
il = — (5.361)
p H'}/’p

As with the implementation of the turbulent kinetic energy, the value computed in Equation s5.361 is
area weighted and assembled to the nodal location. The Dirichlet condition is determined by the
assembled quantity divided by the entire area of the boundary faces that are “owned” by the node.

5.7. CONJUGATE HEAT TRANSFER

5.7.1. General Formulation

A conjugate heat transfer problem is one in which conductive heat transfer in a solid region is coupled
to the convective heat transfer in a neighboring fluid. In its most general form, the coupling at the
boundary is governed by the conservation of energy, such that heat flux out of the solid is equal to heat
flux into the fluid:

gs-n=gqy-n (5.362)

where q; and q are the heat flux in the solid and fluid, respectively, and n is the surface normal directed
into the solid and out of the fluid.

The exact form in which equation (5.362) is implemented depends on whether the fluid flow is laminar
or turbulent, since different expressions must be used in these cases for q¢. The heat flux in the solid is
always due to conduction alone, but there are several possible choices that could be made for the
discretization of this flux in space and time.

5.7.2. Time Integration

In Fuego, conjugate heat transfer is implemented through loose coupling between the fluid and solid
regions, meaning that at each time step, each region is solved separately by treating information from
the neighboring region as “given”, and no extra iterations are done between regions to ensure
convergence at a single time step. The specific algorithm used can be described as a
temperature-forward, flux-back scheme. At a given time step n, the fluid equations are solved using the
current solid temperature as a Dirichlet boundary condition; the temperature field of the fluid is thus
updated to state n + 1 everywhere except on the boundary. Then, the heat flux in the fluid at step n + 1
is computed and transferred to the solid. Finally, the solid region is solved, updating to state n + 1 using
the information from the fluid as a flux boundary condition.
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Rather than applying the fluid heat flux directly to the solid, we choose to write the solid boundary
condition in the form of a convective heat flux boundary condition:

qs(x) - 1 = h(x) (Too(x) — Ts(x)) (5363)

where /1 is a convection coefficient, T', is the fluid temperature away from the wall, and 7 is the solid
surface temperature. Both h and 7', are computed from the fluid temperature field in a way that will be
specified, while 7’ is left free in the solution of the solid region temperature. This formulation can be
shown to be more stable than the alternative of simply transferring the heat flux in the fluid and
applying it as a pure Neumann boundary condition to the solid.

Using superscripts to denote time step, the loosely coupled integration scheme can thus be written as:

TJ?H = onl'y, (5.364a)
q;(x) = A" (x) (TR (x) = T (%)) onTy, (5:364b)

where I ¢4 is the fluid-solid interface.

5.7.3. Discretization of Conduction Region Boundary Condition

The quantity that is needed for a flux boundary condition condition in our CVFEM formulation is the
heat flux integrated over the interface surface area associated with each node on the surface. Equation
(5.364b) is applied to the conduction region at each surface node by assuming that h, T, and 7', can be
treated as constants on that node’s sub-control surfaces:

Z,Tl = /S e q. - ndA = ht A, (ng} - ngyl) (5:365)
I

where A7 is the surface area associated with node /. The nodal data h?“ and T;JFII are computed from
the fluid solution at time step 7 + 1 (see section 5.7.4), while TS"}LI is a degree of freedom solved during
the conduction region solution.

5.7.4. Computation of Convection Temperature and Coefficient

On the fluid side, the total heat transfer associated with a node on the fluid-solid interface is the integral
of the heat flux over that node’s sub-control surfaces on the interface:

;ﬁjl = / q?“ -ndA. (5.366)

Consider the case in which fluid and solid surfaces meshes conform exactly at the interface. Then, every
fluid node can be associated with a corresponding solid node, and using Equations (5.362) and (5.365) we
have:

QI =@t (53672)
— h}H'lA[ (TOZ“’LI1 — T:j“l) (5.367b)
~ h?“AI (Tg&l — T}f}'l) (5.367¢)
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. n+l . . n+1 . 1
where the last line (where 777" is substituted for 7('7) follows approximately from (5.364a); this
approximation is of the same order accuracy as the time integration scheme, and for steady state it is
exact. In cases in which the surface meshes do not conform exactly, the nodal values of iy and T’ 1 are
passed through an interpolation transfer, introducing a small amount of error.

The total heat transfer () s, ; must be decomposed into two components: Q7 representing the
variables of the fluid at nodes on the surface (“wall”), and () 1 representing variables at nodes away
from the surface:

Qs1 = Qw1+ Qoo (5.368)

The way in which this decomposition is done depends on whether the flow is laminar or turbulent, as
will be discussed. Comparing this decomposition with (5.367¢), it is clear that:

Qw,r = —hrAiTy (5.3692)
Qoor = h1 AT 1 (5-369b)
Rearranging:
Qw1

hy = — : !

I Trihs (5.370a)
Qoo I

Tes 1= ’ .370b
IS (s.370b)

Finally, we must define the decomposition of () ¢ ; for laminar and turbulent flow. It is possible when
using this approach to end up with negative values for h;, which appear non-physical to the analyst and
are detrimental to the numerical stability of the conduction solve since they reduce diagonal dominance
of the linear system. Since the choice of these parameters is arbitrary as long as they reproduce the
correct energy flux, when this occurs we reverse the sign of h; and re-compute T, 1 as

Toog=—"=+T¢; (5.371)

5.7.4.1. Resolution of Boundary Layer

The fluid velocity at the solid surface is zero for laminar flows and turbulent flow models in which the
boundary layer is resolved, so all heat transfer in the fluid near walls is due to conduction:

qs(x) = —ry(x)VT(x) (5:372)

where £ ¢ is the thermal conductivity of the fluid. Substituting this into (5.366) and using the finite
element interpolation for T'(x) gives:

Qui=- [ kY (n VN)TsdA (5:373)
scsr 5

where N; and T are respectively the FEM shape function and temperature degree of freedom
associated with node J.
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The most obvious way of decomposing () 7.1 is by breaking the summation into two summations, one
over boundary nodes, one over off-boundary nodes:

Qf,[ = — / Ry Z(l’l § VNJ)TJdA (5-3743)
SCSr jeB

Qoo = — / kY (0 VN,)T,dA (5-374b)
SCS1 ap

where B is the set of nodes on the wall.

These quantities, when substituted into (5.370), give the computed values of h; and T’ ;.

5.7.4.2. Turbulent flow modeling with wall functions

In turbulent flow where the boundary layer is not resolved, wall boundary conditions are applied by
assuming that the first layer of nodes in the fluid lies not exactly on the solid interface, but slightly away
from the wall in the turbulent boundary layer. Various laws of the wall can then be used to relate
quantities at these nodes to the wall values. The enthalpy wall boundary condition for turbulent flow
can be written in the form (see section ??):

Qp1 = crAr(Hr — Hwp) (5.375)

where H is the nodal enthalpy, Hyy,; is the corresponding enthalpy exactly at the wall, and c7 isa
coefficient that depends on the flow variables. The most obvious decomposition is to let

Qw,r = —crArHw,r and Qs 1 = ¢y ArH . However, this most obvious decomposition is incorrect.
The difficulty is that enthalpy is measured on a relative scale, rather than an absolute scale like
temperature. For example, consider the case where H; = 0. This does not imply that 77 = 0; in Fuego,
it usually corresponds to something near standard temperature and pressure. However, the obvious
decomposition when substituted into (5.370) gives ', ; = 0, which is clearly the wrong value for the
conduction region boundary condition.

Thus, we should choose a decomposition that has (), 1 = 0 only if T’ ; should be zero. The correct
choice is:

H; — H
Qw.r = —crTwr (ﬁ) (5.376a)
H; — Hy
wi=cil | =———= .376b
Q,I Cr I<T]—Tm1) (5-376b)

where Ty, 1 is the wall temperature (which for conjugate heat transfer has been obtained from the solid
at the previous time step), and 77 is the temperature value at node [ (slightly away from the wall). These
expressions are undefined if 77 = Tyy,7; in that case, the fraction AH /AT is approximated using the
limiting value given by the specific heat c,,.
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5.8. ELEMENT TOPOLOGY AND SHAPE FUNCTIONS

The standard mesh configuration for cell-centered CVFEM?s is to co-locate all flow variables at the
nodes, also called grid points. The nodes are the vertices of the finite-elements, as shown in Figure s5.0-1.
The finite-volumes, also called control volumes, are centered about the nodes. Each element contains a
set of sub-faces that define control-volumes. The sub-faces consist of the segments or surfaces that bisect
the element faces. For example, each control volume on an orthogonal mesh of rectangular elements is
defined by four neighboring elements with contributions from the nine nodal values.

Interpolation functions are formed inside each element. In standard finite element methods, the
interpolation functions are called shape functions and they are used to evaluate the integral
quadratures. The same bilinear or trilinear shape functions are used in CVFEM to construct fluxes at
the sub-faces. Finite-element basis functions are used as interpolation functions to integrate fluxes over
control volume faces which are internal to an element. The control-volume flux interpolation functions
are element based; a restriction by choice, motivated by code development considerations. In an
element-based scheme, only information that defines an element may be used to assemble fluxes. Nodal
information outside the element cannot be used. As a result, the global spatial accuracy is restricted to
second order.

Isoparametric shape functions are used for quadrilateral and hexahedral elements. The geometry of an
isoparametric element is approximated with the same shape function as the solution variables so that
the bilinear/trilinear variation within remains independent of orientation. Triangular and tetrahedral
elements do not require an isoparametric formulation because they are linear. The triangles and
tetrahedra can be made to look like isoparametric elements in order to create a general element
evaluation algorithm.

5.8.1. Quadrilateral Elements

The quadrilateral element has four nodes and four control volume faces. The element configuration is
shown in Figure 5.8-1. The parametric variables are { and 7, and they are coincident with the faces of the
control volumes. The control volume faces are formed by the straight line segments the connect the
bisection points of opposing element edges. The parametric variables have the range —1 < § < 1and
=l1%4% 1L

Geometric information inside the element is interpolated from the nodal coordinates. Derivatives of the
physical coordinates are the most fundamental geometric quantity, contributing to the surface areas and

gradients.
zr = N, X, y = N;Ys (5:377)
9T _ 9k 5 g9 _ Yky, 378
96~ g o~ oe (5-378)
ox ON, dy  ON,
or _ 9k 79 _hy )
97 = o Xk oy~ on k (5379)
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The subscripts on the shape functions correspond to the element-local node numbering. The
isoparametric shape functions and shape function derivatives for quadrilateral elements are given in

Table 5.8-1.

Node 4 Node 3
® : ®
Face3§1,l
l—g ............
Face 4 : Face 2
Face 1
o o
Node 1 Node 2

Figure 5.8-1.. Quadrilateral element topology and numbering

Table 5.8-1.. Nodal shape functions and derivatives for quadrilateral elements

node N %—Jz %—JT\;

1| 10=80=n) | —30=n)|-30-9¢
2 | 1(1+9A-n)| Q- |-30+9
3 | 1+ 0+n) | (0+n)| 1(1+8
4 | ;(1-Q+n) | —1Q+m| 3(1-9

The physical surface differentials are related to differentials in parametric space. The surface area
differentials, n,d A are derived from their three-dimensional counterpart, Equation 5.383, where z, = 0,
y¢ = 0,and 2z, = 1. The derivatives used in the mapping from a differential in parametric space to a
differential in physical space are evaluated using Equations s.378 and 5.379. The differential surfaces of a
control-volume sub-face are surfaces of constant £ or 7). Along Face 1 and 3, the differential d§ = 0.
Along Face 2 and 4, the differential dn = 0. For the purposes of constructing a general-purpose
computational flux algorithm, integration over both parametric components is retained. On each face,
only one surface area component will be non-zero.

ndS =1 —ye we |dE+[ wyy —my |dn (5.380)

The usefulness of the general approach will become more apparent when triangular elements are
considered.
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The normals to the control-volume surfaces are positive in the direction of positive coordinate axes.
The normal to a {-constant face is along the positive §-axis. The normal to a 7)-constant face is along the
positive n-axis. The signs on the differentials are selected such that the fluxes have the proper signs
relative to the control volume. The values of the element variables and the surface differentials at the
control-volume faces are given in Table 5.8-2. The differential d7 is negative for Face 3 because the
direction for out/in flow from Node 3 to Node 4 is opposite in direction of the surface normal defined

by n,dS.

Table 5.8-2.. Element variable values and differentials at control-
volume faces for quadrilateral elements. Face-to-edge number

mapping.
face | Edge ( Nodeqy — Nodey, ) | £ n | d€ | dn
1 1—2 0| —-3]0]1
2 23 o110
3 34 0| 3 |0]-1
4 1—4 -5 0] 1]0

Volume integrals require the volume differential, dzdy. In terms of the element parameters, the volume
differential is

dxdy = Jdé&dn, (5.381)
where
J = Teyn — TyYe. (5-382)

The quadrature points and differential values are shown in Table 5.8-3.
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Table 5.8-3.. Element variable values and differentials at sub-
control volume centers for quadrilateral elements.

sub-volume | & n | dédn
1 — % — % I
2 -3 1
3 sl 5| 1
4 -3 3| 1

5.8.2. Triangular Elements

The triangular element has three nodes and three control volume faces. The element configuration is
shown in Figure 5.8-2. The control volume faces run from the centroid of the element to the element
edge bisection points. The parametric coordinate system is defined by the triangle natural coordinates,

Node 3

Face 2
P

Face 3
Face 1

Node 1 Node 2

Figure 5.8-2.. Triangular element topology and numbering

L1, Ly and L3, since a Cartesian mapping cannot be defined. The natural coordinates are the shape
functions. As an example, the value of L; at an interpolation point is the shape function associated with
Node 1. The value of L is the fraction of the element triangle area covered by a sub-triangle, formed by
the interpolation point and the edge opposite of Node 1, shown in Figure 5.8-3. For consistency with the
quadrilateral element notation, the (£, 77) parametric variables are defined as £ = L and 1) = Ly, where
L3 is defined by the fact that the natural coordinates always sum to one. The linear shape functions and
shape function derivatives for triangular elements are given in Table 5.8-4.
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a) L1 b) L2 c¢) L3

Figure 5.8-3.. Triangular natural coordinate system, shaded area
corresponds to opposite node.

Table 5.8-4.. Nodal shape functions and derivatives for triangular elements.

node N %—Jg %—17\7[
il £ 1 0
2 i 0 1
3 1-é—np|-1|-1

The surface integrals are tricky because there is no surface that lays on a line of constant £ or ). Along
Facer,1/2 > & >1/3and1/2 > n > 1/3. AlongFace2,1/3 > ¢ > 0and 1/3 < n < 1/2. Along
Face3,1/3 <& < 1/2and 1/3 > 1 > 0. The integrations are taken from the centroid to the element
edges. The values of the element variables and the surface differentials at the control-volume faces are
given in Table 5.8-5.

The form of the volume differentials are the same as with the quadrilateral elements. For volume
integrals, quadrature points and differential values are shown in Table s5.8-6.

5.8.3. Hexahedral Elements

For hexahedral elements, there are eight nodes and twelve subfaces defining control volumes, shown in
Figure 5.8-4. The shape functions are trilinear functions of the element variables, &, 7, and ¢. The shape
functions and derivatives at each node are given in Table 5.8-7. The control volume sub-face
numbering, shown in Table 5.8-8, follows the convention that the face has the same number as the
element edge that connects the nodes that define the two adjacent sub-control volumes.

The surface integrals require the vector of differential surface area components, (dA4,,dA4,,dA,),
which is equivalent to the differential surface area dS multiplied by the unit surface normal vector n;.
Since the control volume surfaces are constructed using four points within an element, it is noted that
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Table 5.8-5.. Element variable values and differentials at control-
volume faces for triangular elements

face | Edge (Nodeoy — Nodey, ) | € | n | A€ | dn
5 5 1 1

il 5 1 1

2 2—3 s |12 | 73| 76
5 1 1 1

3 31 6| 8| 3

Table 5.8-6.. Element variable values and differentials at sub-
control volume centers for triangular elements.

sub-volume | £ | n | d&dn
7 5 1
1 | 2| b
i) 7 1
2 2| 12| &
5 5 1
3 2| 24| &

assuming the surfaces are planar results in an error. Sometimes this error is deemed acceptable, and a
faster algorithm is used to compute the surface area and volume. However, when strict conservation is
required, an exact algorithm using a polyhedral decomposition is employed to compute the exact
volume and surface area. These are detailed below.

5.8.3.1. Volume and Area Calculation Assuming Planar Surfaces

The differential surface area, n;d.S, is calculated in parametric space by taking the cross-product of two
differential surface-tangent vectors. Let the surface be described by the collection of points S(x, y, 2).

For example, a tangent vector in the {-direction is 0z; /O€. The normal surface area component for all

three possible surface parameterizations is

nEdS = [377 €ijk ac dnd(} + L% Syl an dfdn] + |iac €ijk o€ dCd{} (5-383)

where €, is the alternating unit tensor and defines the cross product.

1 ifijk equals an even permutation 123, 231, or 312
ik = 0 ifijk contains a repeated index (5384)
—1 ifijk equals an odd permutation 132, 213, or 321
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Figure 5.8-4.. Hexahedral element topology and numbering

Using a shortened notation,

as — [ ]ewa]| |oca)| |a@w
ndS = | 59| |3m0| |amo
L[ ]ewa] |eea| |o@y
REGINEGINES
[ 2w |eew]|  |o@y)
o(&m) o(&m) o(&m)
where the Jacobian notation is defined by
I(z,y) _ [ Te Ty }
9(&;n) Ye Yn

| anac
| acae
| dgn,

(5-385)

(5.386)

The values of the element variables and the surface differentials at the control-volume faces are given in

Table .8-8.

Volume integrals require the volume differential, dzdydz. In terms of the element parameters, the

volume differential is

dxdydz = Jd&dndd,

where

J = Teypzc — TYnze

TnYcre — TeYcen
LYezn — TnYez

The quadrature points and differential values are shown in Table 5.8-9.
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Table 5.8-7.. Nodal shape functions and derivatives for hexahe-
dral elements. Range is (-1,1).

node N on an o

1 | 50-90-n1-0 | —50-n01-0 | -50-90-O|-50-81~-mn)
2 | s0+90-n0-¢| §0-m0-¢|-30+H0-¢ | —s0+A—-n)
3 | 1+ +n(1-¢0 | sQ+n(1-¢0 | §0+A=¢) | 501+ A+n)
4 | s1-90+n(1-¢ | —s0+nN1-¢| s0-81-¢|-s1-&1+n)
5 | 50=-90-n0+¢Q | -50-mA+¢Q | -50-0+¢0 | s0=8Q0-n)
6 | s1+OA-nA+Q| sA-nA+Q |50+ +Q | §1+EA-n)
7T s+ +n A+ | sA+mA+0 | sA+HA+O | sA+HA+n)
B | sll-80+mifl+) | s@+m)1+¢) | s0—-OA+E8| g —-E+u

5.8.3.2. Exact Volume and Surface Area Calculation

When the planar surface assumption for the control volumes is insufficient, the volume and surface
areas can be calculated exactly. To accomplish this, a set of subcontrol points is constructed that defines
the subcontrol surfaces. The locations and numbering of these subcontrol points are shown in

Figure 5.8-5. The coordinates of the edge points are the average of the two adjacent vertices, the
coordinates of the facial points are the average of the four vertices defining the face, and the coordinates
of the interior point is the average of the eight vertices defining the volume.

The 12 subcontrol surfaces for the Hexahedron are the defined using points in counterclockwise
ordering as shown in Table 5.8-10. These surfaces are further broken down into four triangles defined by
the four points on the surface and a simply averaged midpoint. The four triangles are defined by points
{5,1,2},{5,2,3},{5,3,4},and {5, 4, 1}, respectively. The area vectors of each triangle are summed
to calculate the total surface area vector. Noting that the triangles are planar, the area vector of each
triangle is calculated exactly using half the cross product of any two right-hand oriented vectors.

The eight subcontrol volumes are defined using the points shown in Table 5.8-11. The formula to
calculate the exact volume is based on the Gauss Divergence formula,

/dV /%dV 7{ rpnEdS. (5.389)
81’k

The surfaces for the surface integral are decomposed into triangular facets as in the surface area
calculation. To accomplish the decomposition, the coordinates on each face are averaged to the
midpoints, and thus each hexahedral volume is constructed using 14 coordinates—eight vertices and six
facial midpoints, resulting in 24 total facets. Since the triangular facets are planar, the normal is constant
over the surface. Thus, the surface integral over each triangular facet is equivalent to the scalar product
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Table 5.8-8.. Element variable values and differentials at control-
volume faces for hexahedral elements. Face-to-edge number

mapping.

face | Edge ( Nodegy — Nodey, ) | & n ¢ | dnd¢ | d¢d€ | dédn
1 12 0| —3|—3 1 0 0
2 2—3 | 0|l—3] O 1 0
3 34 0 3|—-3| -1 0 0
4 14 -1 0|—3 0 1 0
5 56 o -1 1| 1 0 0
6 6— 7 s 0] 3 0 1 0
7 78 o 1] 1| 41 0 0
8 5—8 -3 0| 3| O 1 0
9 15 11 -3l 0o O 0 1
10 26 -3 0 O 0 1
11 37 13| 0o 0 0 1
12 48 -3 3| 0] 0O 0 1

of the outward facing normal area vector and the centroid coordinates, Z. The total surface integral is
the sum of the integrals on each triangular facet,

24 24 24
V= 7{ rrnpdS = my / mpdS = Ty, / ds, o0 =pA. (5:390)
o0 i=1 A-; i=1 Ai 1=1

The area vectors are calculated as described above. The centroid coordinates are simply the average of
the three vertices constructed the triangular facet.

5.8.4. Tetrahedral Elements

For tetrahedral elements, there are four nodes and six subfaces defining control volumes, shown in
Figure 5.8-6. The parametric coordinate system is defined by the tetrahedron natural coordinates, L1,
Ly, L3, and Ly, since a Cartesian mapping cannot be defined. The natural coordinates are the shape
functions. As an example, the value of L; at an interpolation point is the shape function associated with
Node 2. The value of L; is the fraction of element tetrahedral volume covered by a sub-tetrahedron,
formed by the interpolation point and the face opposite of Node 2. For consistency with the hexahedral
element notation, the (&, 7, () parametric variables are defined as ¢ = Ly, 1 = Lo, and ¢ = L3, where
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Table 5.8-9.. Element variable values and differentials at sub-
control volume centers for hexahedral elements.

sub-volume | & n ¢ | dédndc¢
1 —3 | 73| 3| ¢
2 3| 75| 5|
3 3| 3| —3| ¢
4 3| 3|73 ¢
5 —3| —3| 3|
6 5| 75 5|
7 3| 3| 3|
8 -3 | 3| 3|

Ly is defined by the fact that the natural coordinates always sum to one. The control volume sub-face
numbering, shown in Table 5.8-13, follows the convention that the face has the same number as the
element edge that connects the nodes that define the two adjacent sub-control volumes.

The values of the element variables and the surface differentials at the control-volume faces are given in
Table 5.8-13.

Again the control volumes are constructed using surfaces defined with four points and two methods are
available to define the surface area and volume.

5.8.4.1. Volume and Area Calculation Assuming Planar Surfaces

The form of the volume differentials are the same as with the hexahedral elements. For volume integrals,
quadrature points and differential values are shown in Table 5.8-14.

5.8.4.2. Exact Volume and Surface Area Calculation

Following the approach in Section 5.8.3.2, a set of subcontrol coordinates is defined to decompose the
tetrahedral element, which are shown in Figure 5.8-7.

Six subcontrol surfaces for the tetrahedron are the defined using points in counterclockwise ordering as
shown in Table 5.8-15. Surface area vectors are calculated using the same approach as in Section 5.8.3.2.

Four subcontrol volumes are defined using the points shown in Table 5.8-16. Since the subcontrol
volumes are hexahedrons, the same volume calculation is used as above.
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Figure 5.8-5.. Hexahedron subcontrol points numbering

5.8.5. Wedge Elements

For wedge elements, there are six nodes and nine subfaces defining control volumes. The parametric
coordinate system is a linear hybrid of triangular natural coordinates. The natural coordinates are the
shape functions. The local coordinates £ and 7 are in the plane of the triangular surfaces while  is in the
normal direction. The control volume sub-face numbering, shown in Table 5.8-18, follows the
convention that the face has the same number as the element edge that connects the nodes that define
the two adjacent sub-control volumes.

5.8.5.1. Volume and Area Calculation Assuming Planar Surfaces

The values of the element variables and the surface differentials at the control-volume faces are given in
Table 5.8-18.

For volume integrals, quadrature points and differential values are shown in Table 5.8-19.

5.8.5.2. Exact Volume and Surface Area Calculation

Following the approach in Section 5.8.3.2, a set of subcontrol coordinates is defined to decompose the
wedge element, which are shown in Figure 5.8-8.

Nine subcontrol surfaces for the tetrahedron are the defined using points in counterclockwise ordering
as shown in Table 5.8-20. Surface area vectors are calculated using the same approach as in
Section 5.8.3.2.
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Table 5.8-10.. Subcontrol face definitions for exact surface area
calculation on hexahedral elements.

Face Point Set
I 21 | 9 | 13 |27
2 25 | 10 | 13 | 27
3 o | 13|27\ 24
4 |26 |27 13
5 14 | 21 | 27 | 18
6 18 | 15 | 25 | 27
7 18 | 16 | 24 | 27
8 17 | 18 | 27 | 26
9 |20 21 | 27 |26
10 | 21 | 19 | 25 | 27
o | 23 | 24|27 | 25
2 | 22| 26|27 |24

Table 5.8-11.. Subcontrol volume definitions for exact volume
calculation on hexahedral elements.

Volume Point Set

I I | 9 |13 |12|20] 21|27 |26
2 9 | 2 |10| 13| 21|19 |25 |27
3 3|10 3 | o |27 |25 23|24
4 | 13| 0| 4 |26]|27] 24|22
5 20|21 |27 |26 5 |14 | 18 | 17
6 21 |19 |25 |27 | 14 | 6 | 15 | 18
7 27 25|23 (24|18 |15 | 7 | 16
8 26 |27 |24 |22 |17 |18 | 16 | 8

Six subcontrol volumes are defined using the points shown in Table s5.8-21. Since the subcontrol
volumes are hexahedrons, the same volume calculation is used as above.

5.8.6. Pyramid Elements

For pyramid elements, there are five nodes and eight subfaces defining control volumes. The local
coordinates £ and 7 are in the plane of the quadrilateral surfaces while  is in the normal direction. The
control volume sub-face numbering, shown in Table 5.8-23, follows the convention that the face has the
same number as the element edge that connects the nodes that define the two adjacent sub-control
volumes.
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Node 4

.

~

Node 2

Node 1

Figure 5.8-6.. Tetrahedral element topology and numbering

Table 5.8-12.. Nodal shape functions and derivatives for tetrahe-
dral elements. Range is (0,1).

N oN | aN | oN

node 2 | on | B¢

1 | 1-¢—n—C|-1|-1]-1

2 ¢ 1] ol o
3 " 0] 1] 0
4 ¢ 0| of 1

5.8.6.1. Volume and Area Calculation Assuming Planar Surfaces

The values of the element variables and the surface differentials at the control-volume faces are given in
Table 5.8-23.

For volume integrals, quadrature points and differential values are shown in Table 5.8-24.

5.8.6.2. Exact Volume and Surface Area Calculation

It is noted here that for pyramid elements, the planar assumption is not good even on the reference
element. The volume that composes the tip is an octohedron four planar faces and four highly skewed
faces. Computations have shown that the planar assumption results in severe conservation errors.
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Table 5.8-13.. Element variable values and differentials at
control-volume faces for tetrahedral elements. Face-to-edge
number mapping.

face | Edge ( Nodegy — Nodei, ) | &€ | 7 | ¢ | dnd¢ | d¢dE | dédn

17 Vi T

17 17 7

T 17 7

7 7 17
5 24 oL F ) IE
6

34 Llx|L

Table 5.8-14.. Element variable values and differentials at sub-
control volume centers for tetrahedral elements.

sub-volume | € | n | ¢ | dédnd¢
1 | w1
96 | 96 | 96
9 45 | 17 | 17
96 | 96 | 96
3 17 | 45 | 17
96 | 96 | 96
4 | w4
96 | 96 | 96

Following the approach in Section 5.8.3.2, a set of subcontrol coordinates is defined to decompose the
pyramid element, which are shown in Figure 5.8-9.

Eight subcontrol surfaces for the tetrahedron are the defined using points in counterclockwise ordering
as shown in Table 5.8-25. Surface area vectors are calculated using the same approach as in
Section 5.8.3.2.

Five subcontrol volumes are defined using the points shown in Table 5.8-26. The first four subcontrol
volumes are hexahedrons, so the same volume calculation is used as above. The tip of the pyramid
composes an octohedron, but the computation of the volume is only slightly different. The Gauss
Divergence Theorem is still used to calculate the volume. However, because the four faces on the
pyramid faces must be planar, these faces are decomposed into two triangles—composed of the face
midpoint and the pyramid tip vertex—instead of four triangles. The four-point faces interior to the
triangle are not planar and are decomposed into four triangles, resulting in 24 triangular facets total.
Equation s5.390 is then applied to compute the volume.
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Figure 5.8-7.. Tetrahedron subcontrol points numbering

Table 5.8-15.. Subcontrol face definitions for exact surface area

calculation on tetrahedral elements.

Table 5.8-16.. Subcontrol volume definitions for exact volume

Face Point Set
I s | 8 |15 | 14
2 8 |15 | 11
3 71B]|1
4 |2 |14 |15 13
5 I4 |10 | I | 1§
6 onlo|13|is

calculation on tetrahedral elements.

Volume Point Set
I 1| s | 8|7 |12|14]|15]| 13
3 2| 6| 8|5 |10]| 1 |I15]|I4
3 3171869 |13|15]| 11
4 4|10 |14 |12| 9 |1 |I5]| 13
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Table 5.8-17.. Nodal shape functions and derivatives for wedge
elements. Range is (0,1) and (-1,1).

riods N o o o
1| 50-¢=-n1-0 | 30~ | —30-0|—30-¢-n)
> | -9 | 30-9 0 -
3 311 —¢) 0] 31-¢) —51
4 | 30 -6=-n+¢) | —50+¢) | =50 +¢) | 3(1-&-n)
5 2L+ Q) 2(1+9) 0 >
6 311+ ¢) 0] 3(1+9) 371

Table 5.8-18.. Element variable values and differentials at
control-volume faces for wedge elements. Face-to-edge num-
ber mapping.

face | Edge (Node,y — Nodey, ) | € | n | ¢ | dnd¢ | d¢d¢ | dédn
1 1—2 1 3| —3
2 2 -3 2151
3 1—3 sl | -3
4 45 A
5 5—6 13| 3
6 4—6 = 3
7 14 = || 0
8 25 L1122 0
9 36 =1L 0
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Table 5.8-19.. Element variable values and differentials at sub-
control volume centers for wedge elements.

sub-volume | & | n | ¢ | dédnd¢
5 | 5 1
1 24 | 24 2
7] 5 | 1
2 12 | 24 2
S5 | 7 _1
3 24 | 12 2
5 | 5 1
4 2 | 2 | 3
7|1 5 1
5 12 | 24| 2
5 | 7 1
6 24 | 12 2

Figure 5.8-8.. Wedge subcontrol points numbering
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Table 5.8-20.. Subcontrol face definitions for exact surface area
calculation on wedge elements.

Face Point Set
1 7 | 10| 21 | 17
2, 8§ | 10| 21 | 19
3 10 | 9 | 20| 21
4 o |17 | 21 | 14
5 4 | 12 | 19 | 2I
6 13 | 14 | 21 | 20
78 16 | 17 | 21 | 20
8 I7 | 15 | 19 | 2I
9 20 | 21 | 19 | 18

Table 5.8-21.. Subcontrol volume definitions for exact volume
calculation on wedge elements.

Volume Point Set
1 1 |16 |17 6| 9 |20] 21|10
2 10| 7 7 |2t | 17 |15 |19
3 9 |10| 8| 2 |20 21 | 19 | 18
4 20|16 |17 |21 | 13| 4 |10 14
5 20 |17 |15 |19 | 14 | 11 | 4 | 12
6 20|21 |19 |18 | 13 |14 | 11 | 6

Table 5.8-22.. Nodal shape functions and derivatives for pyramid
elements. Range is (-1,1) and (0,1).

node N oy on o

1| ;0-890-n1—-¢ | —z01-n1-0 | —0-1 - | —z(1 =1 —n)
2 | j1+90 -1 -0 | ;A-n1-¢ | —301+1—-¢) | =31+ —n)
3 1 11+90+n1 -0 | A+nA-¢ | ;0+HA -0 | -z +EA+n)
4 | ;0=-90+nA-¢) | —;(1+n1-¢ | 1-0—-¢) | —3(1 =1 +n)
5 ¢ 0 1
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Table 5.8-23.. Element variable values and differentials at
control-volume faces for pyramid elements. Face-to-edge num-
ber mapping.

face

Edge ( Node,,; — Node;y )

¢ | dnd¢

dcde

dgdn

1

1—2

2—3

45
104

3—4

1—4

104

1—5

41
120

2—5

41
120

3—5

41
120

0 | N | O | O | =] W | N

4 —5

A1
120

Table 5.8-24.. Element variable values and differentials at sub-
control volume centers for pyramid elements.

sub-volume | ¢ n ¢ | dédndC

1 19| _19 | a1
48 48 | 240
9 19 | 10| 4
48 48 | 240
3 v | 19 | 4
48 48 | 240
4 | 1 [ a
48 | 48 | 240

3

5 0 0 :

Table 5.8-25.. Subcontrol face definitions for exact surface area
calculation on pyramid elements.

Face Point Set
I 6 |10 |19 | 13
2 7 |10 |19 | 15
3 8§ |10 | 19| 17
4 9 | 18 | 19 | 10
5 12 | 13 | 19 | 18
6 o1 |19 | 13
7 4117 |19 | 15
8 16 | 18 | 19 | 17
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Figure 5.8-9.. Pyramid subcontrol points numbering

Table 5.8-26.. Subcontrol volume definitions for exact volume
calculation on pyramid elements.

Volume Point Set
1 1 0|9 |12|13]|19 |18
2 6 7 10| 13| 11|15 |19
3 7 Io |15 |14 |17 | 19
4 9|10 9| 4 |18 |19 |17 |16
5 s |19 |16 |18 |12 |13 |11 |15 |14 |17
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5.9. INTERPOLATION FUNCTIONS AND NEGATIVE
COEFFICIENTS

A sufficient condition for a monotonic differencing scheme is that all the off-diagonal terms in the
stencil be of opposite sign from the diagonal term [145]. Coefficient sets with mixed signs in the
off-diagonal entries can potentially admit oscillatory solutions. In this section, the sign convention is
that diagonal elements are negative and off-diagonal elements should be greater than or equal to zero.
The term “negative coefficients" refers to one or more negative off-diagonal coefficients. Schemes with
positive coefficients are usually considered important only when designing upwind convection
operators, but they may be just as important for diffusion operators. Monotonic diffusion operators are
most useful for artificial viscosity schemes and projection methods in application to the low Mach
number Navier-Stokes equations. Positive coefhicients are particularly important for the Poisson
equation that arises when calculating a velocity correction to the continuity equation. The computed
field for the velocity potential should be smooth so that no oscillations are introduced into the pressure

field.

Mixed-sign oft-diagonal coefficients commonly arise in finite-element-like methods for describing the
diffusion operator. Christie and Hall [146] note that applying the Galerkin finite-element method
(GFEM) with bilinear quadrilateral elements to harmonic functions sometimes results in negative
coefhicients. It was later discovered that there is a threshold element aspect ratio for positivity, and
negative coefficients are produced on meshes of rectangular elements above that threshold value. Several
authors note that the threshold aspect ratio for the quadrilateral element is /2 with GFEM and the
value is v/3 with the control volume finite-element method (CVFEM) [147, 148, 144]. The values for the
aspect ratio limits only strictly apply to orthogonal structured meshes. Notably, the five-point difference
stencil for the 2D finite-difference method never generates negative coefficients. By deduction, the
integral formulas that use extra stencil points, introduced by the element-based methods, generate
negative coefficients.

A word on oscillations is required before continuing. Smooth solutions are possible with negative
coefhicients. Finite-element and finite-volume analysis codes for diffusion processes, such as conduction
heat transfer, may never experience oscillations. A forcing function is required to induce the oscillations,
like a boundary layer with the convection-diftusion equation [149] or an ill-behaved source term in the
continuity equation. The mass balance for a control volume is the source term in the projection
method. If the mass balance from a time integration step is particularly bad, the projection scheme must
smooth large errors. If there are negative coefhicients for the velocity potential, then resulting velocity
potential field may be non-smooth, which causes the pressure field to be non-smooth. The result is
oscillations which grow into the solution and make for a non-robust solution process.

Causes of negative-coefficients are being studied in order to design robust solution algorithms for the
Navier-Stokes equations. The numerical method of primary interest is the CVFEM, though results for
the GFEM are included for comparison. The GFEM community describes negative-coefficient effects as
“hour-glassing”. The “hour-glass” oscillations are most common to reduced-integration formulations
for the diffusion equation, and stabilization methods [150, 117] have been developed to damp the
oscillations. In the CVFEM [133, 151], negative coefficients are prevented by shifting the integration
points for the diffusion flux formulation out towards the edges of the control volumes and elements.
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The method is termed “integration point shifting” in this section. There is no general way to control the
coefficient signs when skewed quadrilateral elements are used with arbitrary connectivities. Coefhicient
control is not a panacea for negative coefficients since integration point shifting generally reduces the
accuracy. Ultimately, the proper mesh will have no negative coefficients at all.

In this section, the numerics behind negative coefficients are discussed for the diffusion operator given

by
0
a—gbmd& (5.301)
L

where the surface differential is defined by Eqns. 5.385. Integration point shift functions are derived for
the CVFEM diffusion operator. Shift functions are presented for both two and three dimensions which
guarantee coefficient positivity for a particular element aspect ratio. Also, the integration point shifting
for CVFEM is shown to be similar to hour-glass stabilization for GFEM.

5.9.1. Positive Coefficients for Orthogonal Meshes

Negative coefficients arise in the off-diagonal coefficients when the aspect ratio of an element becomes
large. Consider the elemental flux contributions to the control volume centered about Node 3, shown
in Fig. 5.9-1. The first off-diagonal node to have a negative coefficient is the side node farthest from the
control volume center, Node 4. The negative coefhicient is associated with the vertical flux over the long
horizontal face. At the integration point on the long horizontal face, the flux is approximated by an
average of the difference between Nodes 3 and 2 and the difference between Nodes 4 and 1. The
weighting between the two differences is determined by the location of the integration point. The
negative coefficient is removed by removing the influence from the Node 4-1 difference. The integration
point is shifted farther from Nodes 4 and 1, towards Nodes 2 and 3. The integration points are shifted
such that the element-level coefficients are positive, a sufficient condition for global positivity.

1 2

Figure 5.9-1.. Control volume faces in a single element. Contri-
butions to the the control volume centered about node 3.

Integration point shift functions and the critical aspect ratio are derived for isoparametric quadrilateral
elements with bilinear shape functions, and hexahedral elements with trilinear shape functions. Only
the orthogonal form is considered. Linear triangles are discussed since they can also produce negative
coefhicients. For linear elements, only the element geometry (mesh quality) can be modified to control
negative coefhicients. With isoparametric bilinear and trilinear elements, both the geometry and the

281



location of the integration point control negativity. In addition, integration point shifting is compared
to finite-element hour-glass control. Positive coefficients are achieved by either shifting the element
integration points or applying the hour-glass stabilization matrix, and in some cases the two are
identical.

5.9.1.1. Aspect Ratio Definition

In this section, the isoparametric coordinates for an element are oriented such that the aspect ratio is
greater than or equal to one. In two dimensions, the aspect ratio for an orthogonal element is the ratio
between edge lengths. In three dimensions, each element has two aspect ratios since there are potentially
three different edge lengths. The aspect ratios are taken relative to the shortest of the edge lengths which
has a reference length of one.

5.9.1.2. Quadrilateral Elements

The coefhicients for the diffusion operator result from the combination of two basic second-order
accurate diffusion operators: the edge operator and the centroid operator, shown in Fig. 5.9-2. The two
operators represent the extremes in evaluating derivatives using the bilinear shape function within the
element. The edge scheme always gives positive coefficients while the centroid scheme gives rise to
negative coefficients above a certain aspect ratio. The centroid scheme results from evaluating all the
derivatives for the four control volume sub-faces at the element centroid, equivalent to reduced
integration [150] in GFEM. The edge scheme results from evaluating the derivatives out at the ends of
the sub-faces in CVFEM or out at the nodes in GFEM. The edge scheme returns the standard five-point
finite-difference operator. The traditional CVFEM [151] uses an equal weighting of the edge and the
centroid scheme. The GFEM uses one part edge to two parts centroid. The GFEM is more prone to
oscillations with high aspect ratio elements than the CVFEM because it contains a larger weighting of
the centroid scheme. The single-point-integrated GFEM element will be the most unstable since it is a
pure centroid scheme.

[ @ @ [ ] L ]
® ® ® *—Xx ® ®
X |
X :
{ 4 @ L J % @ L ]
a b C

Figure 5.9-2.. Flux integration points (X) determine nodal (e) con-
tributions to the coefficient stencil: a) mid-face rule of CVFEM,
b) edge—operator, c) centroid—operator (one-point integration).

The coefficient signs for a rectangular element are controlled by moving the integration points away
from the centroid of the element. The smallest value of the integration point shift that satisfies
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coefficient positivity is found by symbolically integrating the diffusion flux over a control volume.
Consider the diffusion operator evaluated over a collection of equal-size rectangular elements. Each
element is longer by a factor of AR in the x-direction than the y-direction, where AR is the aspect ratio
of the elements. The integration points can be shifted in the §-direction by s and in the 7)-direction by ¢.
The element coefficients that contribute to the equation centered at Node 3 in Fig. 5.9-1 are:

14+ AR? —2sAR? — 2t
SAR
—143AR* + 2sAR? + 2t
SAR
34 3AR? + 2sAR? + 2t
SAR (5392)
3— AR?*+2sAR? + 2t
SAR

The positivity constraint for Node 3 comes from coefhicient 4 in the element matrix, where the
coefficient becomes negative for large values of aspect ratio. The s-shift removes the effect of aspect
ratio, while the ¢-shift has no effect on negativity. For CVFEM, the integration points on vertical faces,
in the longer x-direction, should be shifted from the mid-faces out towards the element edges by s. The
y-direction flux is the only flux effected by the shift so the y-direction flux is the flux associated with

o1

G2 -

¢3: —

G4

negative coeflicients. The minimal amount of s-shift required to maintain positivity depends upon the
aspect ratio,
1AR? -3
s > 5 —‘ARQ 5
The maximum aspect ratio for which the unshifted CVFEM remains monotone is V/3. A similar
formula exists for GFEM, where s and ¢ are shifted from the Gauss pointsat £1/ V/3. The element
coefficients that contribute to the equation centered at Node 3 in Fig. 5.9-1 are:

AR > /3. (5:393)

34 3AR% - (14 V3s) AR? — (1+ V3t)
b 12AR
=34 3ARZ + (14 v3s) AR? + (1 + V3t)’
b2 12AR
—3—3AR? — (1+/35)" AR? — (1+ V3t)"
¢ : AR (5-394)
3—3AR? + (14 V3s)  AR? + (1 +/3t)°
12AR

4 .

Similar to the CVFEM, the s-shift is the only shift that affects the aspect ratio term. The positivity
constraint for Node 3 comes from coefficient 4 in the element matrix,

3ARZ -4 1

AR AR > /2. (5-395)

The maximum aspect ratio for which the unshifted GFEM remains monotone is /2.
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The shift values are very sensitive to the aspect ratio, out to an aspect ratio of about four. The values of
the integration point shift function are plotted as a function of the aspect ratio in Fig. 5.9-3. At that
aspect ratio, the shifted integration points are near the edge of the element. Since the requisite
integration point shift rapidly reaches the element edge for increasing aspect ratio, it can be argued that
the maximum shift should always be taken. It will be shown in the section on accuracy that integration
point shifting leads to a general loss in accuracy on non-orthogonal meshes. Therefore, it may be
desirable to use Equation 5.393 to compute the minimal shift for each element. The accuracy
consideration must be traded against the algorithmic complexity of computing geometry-dependent

shape functions for each element.

0.5 —
04 F
= [
= [
= [
E 0.3 -
s [
m L
02t ;
5| !
o0 H
= 0.1 | | —— CVFEM, min(AR) = sqrt(3)
= [ :' -—-- GFEM, min(AR) = sqrt(2)
0.0 [ " " l' 1 " " . 1 " n L 1 n . " 1 L " "
0.0 2.0 4.0 6.0 8.0 10.0

Element Aspect Ratio

Figure 5.9-3.. Integration point locations must be shifted out to-
wards the element-edge with increasing element aspect ratio.

5.9.1.3. Reduced Integration

One-point integration methods for quadrilateral and hexahedral elements are popular because they are
computationally efficient. Sometimes, oscillations occur and are called hour-glass modes after the
displaced element shapes. Hour-glass stabilization methods prevent the hour-glass oscillations from
occurring. The hour-glass terms are derived by examining the eigenmodes of the finite-elements and
noting that there are missing mode shapes when the elements are integrated at the center [150]. The
stabilization term adds the effects of the missing mode shapes back into the element formulation.

It is shown here that the hour-glass stabilization terms have the same effect on the element coefficients as
shifting the integration points in two-dimensional elements. Both the hour-glass stabilization and the
integration-point shifting modify the discretization to look more like a five-point scheme; or, more like
the edge scheme of the previous section. The H-stabilization method is commonly used [117] in the
GFEM with reduced integration. For quadrilateral elements, the element matrix for the hour-glass
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stabilization term is

=l I =1 1
L -1 1L -1

Cos | 1 1 -1 1| (5-396)
1 -1 1 -1

where the constant C,, contains scaling information. The first row of the hour-glass stabilization
matrix, Equation 5.396, can also be derived by subtracting the matrix coeflicients for the one-point
integrated GFEM, Equation s5.397,

b1 : 1+ AR? s : _ 14+AR?
A o MR (5397)
P2 : 1AR Py : 4AR

from the coefficients for the five-point difference scheme, Equation 5.398,

. . 1+ AR?
¢1 . 0 ¢3 - 2AR ( 8)
by - AR2 s : i 5-39
2 2AR 4 - 2AR

The resulting coefhicient set is identical to the hour-glass stabilization matrix, Equation 5.396, if the
multiplier Chg = (1 + AR?)/4AR. The hour-glass stabilization matrix is added to a diffusion
operator to make it look more like a five-point finite difference scheme. Note that the multiplier used by
GFEM practitioners [117] is Cg = 1. The hour-glass stabilization matrix can also be used with other
schemes. The multiplier for standard GFEM is Cy,e = (1 + AR?)/6AR. The multiplier for standard
CVFEM is Oy = (1 + AR?)/8AR, though conservation is only guaranteed on rectangular meshes.

5.9.1.4. Triangular Elements

Linear triangular elements can also produce negative off-diagonal coefficients. There are no
shift-functions for triangles since the gradients are constant over the element. Negative coefficients
result from the geometry of the element.

Nodal coefhicients for a triangular element are computed for the diffusion flux contributions, shown in
Fig. 5.9-4. The nodal coefficients for the diffusion flux contribution to the control volume centered
about Node 1 are

_ltana (1 +tan’®p)

I 2tan 3 (tan o + tan )
. 1 (tanatan g — 1)

O 2 (tana + tan j3) (5399)
. 11

¢ 2 tan 3

where the base edge length is 7 and the two adjacent vertex angles are av and 3. The conditions required
to ensure that all the off-diagonal terms remain positive are combined from constraints on all three
control volume contributions,
tana > 0
tan 8 > 0 (5.400)
tanatan § > 1.
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The triangular element yields positive off-diagonal coefficients if 0 < o < 7/2,0 < f < 7/2, and
/2 < oo+ 8 < m. The triangle must be acute.

1/ & | P\,
r

Figure 5.9-4.. Triangular element geometry in defined by edge
length and two vertex angles.

In a previous work [152], quadrilateral elements were subdivided into triangular elements using
edge-swapping, along with a Delaunay algorithm, to minimize the effect of negative coeflicients. Given
a collection of nodes, a Delaunay triangulation of the nodes will generate triangles where the minimum
angle between vertices is maximized, leading to near-equilateral triangles that satisfy Equation 5.400.

5.9.1.5. Hex Elements

The aspect ratio limit for the CVFEM diftusion operator with orthogonal, hexahedral elements can be
as large as V2 if the base is square. The three-dimensional element is more difficult to control because
there are two aspect ratios. The local element node numbering for a hexahedron is defined in Fig. 5.8-4.
Let the edge length between Nodes 1 and 2 be of value A, the edge length between Nodes 1 and 4 be of
value B, and the edge length between Nodes 1 and 5 be of value C'. These are the &, 77, and ¢ directions.
The parametric representation of the nodal coefhicients for the element contribution to the control
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volume centered about Node 1 is

9( A2B?+ BC?+ C2A?)

2K B 64ABC
_ 3(—A2B? + 3B2C% — (242)
02 64ABC
‘ 3(—A2B? + 3B2C® + 3C2A?)
%3 64ABC
_ 3(—A2B% — B2(C? + 3C%A?%)
2K 64ABC
(3A2B2 — B2C? — (242)
b5 : CLABE (s.401)
‘ (3A2B2 + 3B2C2 — (2A42)
% : 64ABC
. ( AQBQ + 3202 + C2A2)
or 64ABC
. (3A2B2 — B2(C? + 3C242)
P : 64ABC '

The region for positive coefficients is plotted in Fig. 5.9-5 which comes from examining coefficients for
Nodes 2, 4, and 5. The maximum allowable aspect ratios occur for the case of a square base. If the base
edges are longer than the vertical edge, then the maximum aspect ratio is V/2. If the vertical edge is
longer than a base edge, the maximum aspect ratio is y/3/2.

2.5_""l""l""l""l"
20 .

15 F 1

(C/B)*

10 | .

0.5 F 77/ i

0.0-.un.l.un.l....I....l....
0.0 0.5 1.0 1.5 2.0 2.5

(C/A)

Figure 5.9-5.. Limits of Edge-Length Ratio for Positive Coefficients in 3D CVFEM.

The integration points in the CVFEM scheme can be shifted by s, ¢, and w in the &, 1, and ¢ directions.
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The conditions for positive coefficients are

11 111 1
A21—2s B?3+21 C23+2u

1 1 1111 -
B21-2( C?3+2u A23 4 925 402
1 1 1111

C?21—-2u A?23+2s B23 + 2t
The relations are nonlinear and require iteration to extract the limiting values of s, ¢, and w.
The coefhicients that are generated by the standard GFEM operator in three dimensions have no
allowable maximum aspect ratio. The only element shape that does not have negative coefficients is a

cube, and even then the coeflicients of the six nearest nodes are zero. The parametric representation of
the nodal coefficients for the element contribution to the equation associated with Node 1 are

4( A’B*+ B?C*+ (?A?)

CEE. 36ABC
by 2 (—A2B2 4+ 9B2C% — (AT
2 36ABC
by - (—A’B? 4 2B°C? + 2C%A?)
3 .
36ABC
by 2(—A2B? — B2C? +20°A?)
4 -
36ABC
b 2(2A?B? — B2C?— (247 (5.409)
B 36ABC S
bo (242B2 4 2B2C% — (RA?)
6 36ABC
¢ . ( AQBQ + 3202 + CQA2>
7 -
36ABC
by (2A2B% — B2C? + 2C2A?)
8 36ABC '

The contributions from Nodes 2, 4, and 5 are such that there will be negative coefficients for any
element shape other than a cube.

Single-point integration is also used for the GFEM hexahedral element. Unfortunately, there is not a
clear analogy between the integration point shift and hour-glass stabilization in three dimensions. The
element matrix for the hour-glass stabilization term is

4 2 0 2 2 0 -2 0
2 4 2 0 0 2 0 -2
0 2 —4 2 -2 0 2 0
2 0 2 -4 0 -2 0 2

Chel 9 0 2 0 -4 2 0 2| (5-404)

0 2 0 -2 2 —4 2 0

2 0 2 0 0 2 -4 2

0 -2 0 2 2 0 2 —4|
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where the constant Cl, contains scaling information. The hour-glass stabilization matrix does act to
make the diagonal terms more negative, and the problematic off-diagonal terms more positive.

5.10. H-ADAPTIVITY MESHING

Note: we currently only allow uniform refinement with no load balancing (12/01). We have not yet
decided on a scheme for integrating fluxes over h-refined meshes. We have not yet decided on a
prolongation approach for the mass flow rate at faces.

5.10.1. H-Adaptivity and Flux Construction

The equation assembly in our control volume method is based on integrating fluxes over control
volume sub-faces within an element. A typical h-adapted patch of elements is shown in Figure s.10-1.
The “hanging nodes" do not have control volumes associated with them. Rather, they are constrained
to be a linear combination of the two parent edge nodes. There is no element assembly procedure to
compute fluxes for the “handing sub-faces” associated with the hanging nodes that occur along the
parent-child element boundary.

One possibility is to create a sub-set of element faces that contain hanging-nodes. The fluxes across the
hanging sub-faces can then be processed using local nodal information. This precludes computing
localized gradients across the face.

The SIERR A h-adaptive scheme is driven at the element level. Refinement occurs within the element
and the topology of refined elements is the same as the parent element. If the topology restriction was
relaxed, then the following schemes could be used.

Aftosmis [153] describes a vertex-centered finite-volume scheme on unstructured Cartesian meshes. A
transitional set of control volumes are formed about the hanging nodes, shown in Figure s5.10-2. on
unstructured meshes. (This would require a series of specialized master elements to deal with the
different transition possibilities in SIERR A and would be a burden on the application teams.)

Kallinderis [154] describes a vertex-centered finite-volume scheme on unstructured quad meshes.
Hanging nodes are treated with a constraint condition. The flux construction for anode on a
refinement boundary is based on the unrefined parent elements, leading to a non-conservative
scheme.

Kallinderis [155] describes a vertex-centered finite-volume scheme on unstructured tetrahedral meshes.
Hanging nodes are removed by splitting the elements on the “unrefined"” side of the refinement
boundary. Mavriplis [156] uses a similar technique, but extends it to a general set of heterogeneous
elements, shown in Figure s.10-3. (This would require a change to the topology rules in SIERR A as well
as splitting elements along the refinement boundary, but there would be little impact on the application
codes other than supporting heterogeneous meshes.)
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Use 1in¢ar
constraints ‘f(_)r
nodal condition,

- -d---+--=—— Subfaces have
i no fluxes

Figure 5.10-1.. Control volume definition on an h-adapted mesh
with hanging nodes. (Four-patch of parent elements with refine-
ment in bottom-right element.)

5.10.1.1. Prolongation and Restriction

Nodal variables are interpolated between levels of the h-adapted mesh hierarchy using the traditional
prolongation and restriction operators defined over an element. The prolongation operation is used to
compute values for new nodes that arise from element sub-division. The parent element shape
functions are used to interpolate values from the parent nodes to the sub-divided nodes.

Prolongation and restriction operators for element variables and face variables are required to maintain
mass flow rates that satisfy continuity.

5.10.1.2. Mass Continuity

Care must be taken to ensure continuity of mass between control volumes that contain hanging
sub-faces. Especially since control-volume balances at hanging nodes are replaced by constraint
conditions.

We need a list of the hanging faces as well as a means of identifying the hanging nodes on each face.
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Figure 5.10-2.. Control volume definition on an h-adapted mesh
with transition control volumes about the hanging nodes.
(Four-patch of parent elements with refinement in bottom-right
element.)

5.10.1.3. Nodal Gradients

The nodal gradients are approximated by integrating over the surface of the control volume and
applying the discrete form of the Gauss divergence theorem. There are two possible approaches for
dealing with the hanging sub-faces. In the first approach, the hanging sub-faces are processed separately.
In the second approach, the sub-faces are ignored but the unclosed surface integral is corrected by a
reference value, namely the nodal value associated with the control volume centroid,

99
81’1-

av = [ (6= 6)nds (5:40%)

5.10.2. Dynamic Load-Balancing

Dynamic load-balancing is required as the mesh is adaptively refined across parallel processors. Some
processors may end up with more refined elements, so the work load increases. We will use the Zoltan
dynamics load-balancing package to drive the load-balancing. We need a good measure of the compute
load, most likely a combination of the time to assemble equations and the solve them.
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Figure 5.10-3.. Control volume definition on a heterogeneous h-
adapted mesh with no hanging nodes. (Four-patch of parent
elements with refinement in bottom-right element and splitting
in adjacent parent elements.)
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6. IMPLEMENTATION

This is a software implementation description for the ASC application code Fuego. The Fuego code is
part of the multi-mechanics suite of codes built upon the SIERR A Frameworks. The SIERRA
Frameworks are designed primarily for unstructured, finite-element mechanics codes. The Fuego code is
based on a finite-volume method. Finite-volume framework requirements that differ from traditional
finite-element frameworks are defined throughout the document. The limitation to vertex-centered
finite volume schemes is particular challenging for the implementation of turbulence model wall
functions and h-adaptive meshing.

The SIERR A Frameworks [157] provide a hierarchy for describing a mechanics code or a
multi-mechanics code. At the top level is the domain which contains all the support infrastructure for
the code. Within the domain is the procedure which manages time integration and the exchange of data
between any multi-mechanics components. Within the procedure can be multiple regions. A region
contains a description of some particular physics. Within a 7egion is a collection of mechanics which can
either be the math models that describe the physics or part of a solution algorithm.

The bulk of the Fuego code exists at the region level and below. The region-level design philosophy for
the Fuego code is based on a core continuity/momentum transport capability with a configurable set of
transport math models. The sub-mechanics within the region define the collection of transport
equations that describe the physics. In this sense, Fuego itself is capable of supporting multi-mechanics
within its own context because it can generate multiple regions, each with a different collection of
transport equations.

We use a finite-volume scheme for the discrete form of the Fuego math models, derived from the
control-volume, finite-element methods (CVFEM). The most significant difference between our
CVFEM implementation in SIERR A and a FEM implementation is in the application of boundary
conditions. Most of the boundary conditions for CVFEM are applied as fluxes. The fluxes over an
element face are constructed from all the information in the parent element. The fluxes are linearized
such that there are both matrix and right-hand-side contributions.

6.1. SIERRA FRAMEWORKS

The Fuego code is built upon the SIERR A Frameworks. The SIERR A Frameworks are written in C++
and make extensive use of standard template library (STL) container classes. A good understanding of
STL is useful in understanding how to use the SIERR A Frameworks and access data within the
Frameworks. Much of the code design documentation is scattered throughout in-source comment-lines
and the product design documents (PDD) that accompany each source code check-in to the version
control repository. A description of SIERR A Frameworks functionality is contained in the SIERR A
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requirements document [158]. The Frameworks theory and design are described in the design
document [157]. The following taxonomy describes some of the key mechanisms of the SIERR A
Frameworks:

procedure The procedure support class contains methods for manipulating the procedure object. The
procedure controls the time integration process and the exchange of information between regions
via a transfer. Multi-mechanics code coupling usually occurs within the procedure between
different regions.

region The region support class contains methods for manipulating the 7egion object. The region
contains the description of the math models and the solution procedures for advancing a time
step. Most of the code that makes an application code unique is contained within the region. The
regions are designed to have no direct dependency on procedure code or code from other regions.
All external data is loaded into local control data or loaded via transfers.

transfer The transfer object is invoked within a procedure in order to move data between regions. Each
region has its own mesh even though they may fill the same physical space. The transfer object
manages the interpolation of data between the meshes.

mechanics A mechanics is a generic object within the Frameworks and contains methods for operating
on itself or other mechanics objects. It may invoke workset algorithms to efficiently process data.

instance An instance is a member of a list of a mechanics object. An instance is typically unique in its
association with a mesh object.

context A context is a label that is applied to a collection of objects.

extent An extent is the collection of objects that have the same context.

iterator An iterator is a method of looping through a list of objects.

mesh object A mesh object is part of mesh; i.e., an element block, side-set, or node-set.

workset The Frameworks uses a caching strategy to process floating-point information. The
Frameworks processes the governing equations associated with the math models on an
element-by-element basis. A workset is a collection of elements that are processed at one time such
that all the local data required for the evaluation will fit in cache. Heterogeneous worksets are used
for boundary condition flux processing. A heterogeneous workset is defined by an iterate such as a
collection of element faces in a side-set, but processes data based on the parent topology such as
the parent elements.

workset algorithm The method for processing a workset is a workset algorithm. Local variables are
registered with the algorithm that have associativity with global data. The Frameworks manages
the transfer of data to and from the workser algorithm via assembles, scatters, and gathers.

solver A solver object is responsible for assembling a linear system, applying boundary conditions and
constraints, and solving the linear system. This object is the interface to the linear solver packages.

library A library is a method of storing lists of data.

control data The control datais a dynamic list of integer, real, and string data that is accessed by string

labels.
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master element A master element defines the topology of an elements and provides methods for
specifying integration locations, performing interpolations, and processing geometry (areas,
volumes, and gradients).

parser The parser system is a method for transferring information from a formatted text input file to
the application code. The SIERR A Frameworks supplies a parsed input system. There are three
parts to the parsing system: 1) a database of commands using XML, 2) call-backs that are
provided by the application code to take action on a line command, and 3) code for linking the
XML commands to the call-backs.

The Frameworks objects that form the foundations of an application code are created during the

parsing phase.

6.2. FUEGO FRAMEWORKS

The SIERR A/Fuego code is a collection of C++ and FORTR AN code. The routines written in C++
contain the frameworks—type operations such as solution algorithms, data management, and variable
registration. The routines written in FORTR AN contain the element and boundary condition
routines that describe the math models. Some of the Fuego frameworks source code files are listed in
Table 6.2-1 with their functionality. These files contain one or more subroutines or functions.

The matrix assembly and linear solve procedures are managed by the SIERR A Frameworks solver
objects. The “support” classes listed above for element routines and boundary condition routines
register themselves with the solver in the parsing phase. The solver then calls its registered methods to
assemble the matrix.

The code is assigned a version number consisting of three digit fields, separated by two periods, X.Y.Z.
The first digit field (leftmost) is the major number. The major number will be o during development
and will increment to 1 upon the official release. The second field is the minor number and represents
significant jumps in capability. During development, the minor number will increment with each code
stage. The third digit field (rightmost) is the patch level and represents minor modifications and
bug-fixes. Changes in input syntax also force a patch level increment. The initial version numbering
schedule is shown below.

0.1.0 - Stage One, PUVW, laminar convection, isothermal, uniform

0.2.0 - Stage Two, PUVWT, laminar convection, thermal, uniform

0.3.0 - Stage Three, PUVWKE, turbulent convection, isothermal, uniform
0.4.0 - Stage Four, PUVWKERY, turbulent convection, thermal, nonuniform
0.5.0 - Stage Five, PUVWKEHY, add EDC model for turbulent combustion

0.6.0 - Stage Six, PUVWKEHYS, soot and fire
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Version-number matching is enforced for the input file. The code will abort if the requested version
number does not match the current internal code version number.

The general functionality of the Fuego code can be configured between two different states using a
C-preprocessor macro. The following macro toggles code-coupling with Syrinx and Calore on and

off.
#define COUPLE_CODES (Afgo_Global.h)

The default repository configuration of Fuego is to have code-coupling turned on. The code-coupling
feature is activated in the repository in order to run the nightly regression tests for coupled-mechanics.

6.2.1. Framework Control Data

The control data are dynamic lists of integers, reals, and strings, which are used to store data. In Fuego,
the control data is used to store solution parameters and user-defined constants. There is control data
that exists at different scopes within the SIERR A Frameworks. There is control data for the procedure,
the region, instances of an element mechanics, and instances of a generic mechanics.

A control datum is referenced by a string label. The string-matching is case-sensitive. The Fuego code
will use all-capital letters for control data labels. The control data is registered dynamically in the source
code, usually during the parsing phase.

The procedure control data contains information about the time integration process, shown in
Table 6.2-2. For the purpose of mechanics code-coupling, it should be as mechanics-generic as

possible.

The Fuego region control data contains information relevant to the solution procedure for the fire
physics math models, shown in Table 6.2-3. The region control data is also a means for passing
information back to the calling procedure.

The boundary condition mechanics instance control data, shown in Table 6.2-5, is used to hold
information for the boundary conditions. The boundary conditions are implemented as generic
mechanics objects. When the boundary condition needs specified values, use either a CONSTANT
value, a FUNCTION, or a user-supplied SUBROUTINE. The “function name" must match an entry
in the FUNCTION library. The “subroutine name" must match a valid subroutine that has been linked
to the code.

6.2.2. Framework Procedure

The procedure code manages the time integration and the exchange of data between regions. The
procedure object is based on the Afgo_Procedure class (see Figure 6.2-1), which is derived from a
Fmwk_Procedure class. The Afgo_Procedure class contains additional timing information. The
procedure supports a fixed time step and a variable time step that is set according to a fixed CFL
number. The time step control information is defined in the time-control input block. Within the
time-control block are multiple time-step blocks. The time step block defines valid time step control
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parameters for a period of time. The time-step blocks must be contiguous in time. The Fuego code does
not use the time-control block TERMINATION time for a stopping criterion. The start and stop times
are defined by commands within the procedure.

Two methods are required for the Afgo_Procedure_Support class — initialize() and execute(). The
initialize() method registers control data, initializes the time and step size, calls the initialize() method
for each region, initializes the transfer objects if there are coupled mechanics, sets up the region
evaluation ordering if there are multiple regions, and initializes all material properties with STATE
association. The SIERR A Frameworks will generate a default region iterator where the ordering is
alphabetical by name. The regions should be called in a specific order, so the region type list defines the
evaluation ordering. There is a region list that defines the processing order of the different regions of the
same type. These lists are stored in the procedure control data.

The execute() method performs the time integration. Fuego only supports a transient solution
procedure. The transient solver performs nonlinear iteration over regions within a time step until that
time step is declared converged, and then advances to the next time step. Within a nonlinear iteration,
each region is processed. For each region, there is first an optional pre-nonlinear processing step that
usually involves loading region control data. The region execute() method is then called to solve the
equations. An optional post-nonlinear processing step is taken for the region, usually consisting of a
data transfer. After the nonlinear iteration is finished, the solution variables are advanced and the time
step process starts over.

The time-advancement method provided by SIERR A rotates the states of the state variables by
swapping pointers. In our solution strategy, the solution in the (N+1) state is always used as an initial
guess in the nonlinear solution procedure. When the states are swapped, the initial solution in the
(N+1) slot is actually the solution from the (N) slot of the previous time step which is now the (N-1)
solution. In order to get the best initial guess, the Fuego code provides additional methods to copy the
solution in the new (N) state forward to the new (N+1) state for all nodal and element state variables.
The state manipulation is actually called out of the region code since this requirement is particular to
the Fuego mechanics. The state copy is only performed for the first subiteration within the time step
(remember there is subiteration over regions within a time step and subiteration over equation sets
within a region).

6.2.3. Framework Region

The region code manages the nonlinear solve of the nonlinear equations describing a sub-mechanics
(see Figure 6.2-2). The matrix assembly, linear-solve, and scatter operations are handled entirely by the
Fmwk_LinearSolver class and the finite element interface (FEI). Each equation set in the fire mechanics
has an associated linear_solver. The linear_solver is told, in the parser registration phase, which workset
algorithm to use to build matrix contributions.

A region object is based on the Afgo_Region class, derived from the Fmwk_Region class. The
Afgo_Region contains the material property_evaluator object Afgo_Material and references to all the
nodal data. The region code requires two methods - initialize() and execute(). The linear solver
processing order is defined in initialize(). The linear solvers are labeled according to the equation set
they are solving: “solve_p", “solve_u", “solve_v", “solve_w", “solve_k", “solve_e", “solve_t", “solve_h",
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“solve_y", “solve_n", and “solve_s". The initialize() object then calls the initialize object for all the
element mechanics instances. The material property_evaluator objects are then initialized.

The execute() method manages the nonlinear iterative solve. Just as the procedure code will perform
iterations over the region within a time step, the region code calls for a specified number of iterations
over the equation sets within the region. On the first time through the region code, for each time step at
the procedure level, the state management routines are invoked. Material properties are evaluated by the
property_evaluator object at the beginning of each nonlinear iteration within the region. The solver list
is iterated upon to loop through the equation set solves. The nodal pressure gradient contribution to
the momentum equations is added by the setRHS() method. The interior equations and flux boundary
conditions are assembled using the loadBlock() method of the linear_solver. The nodal boundary
conditions are then applied through a call to loadBC(). The equations are solved and the solution is
scattered back to the global nodal arrays. We use the delta-form of the linear system, so additional state
management routines are required to copy the solution “delta” into the solution variable.

When there are multiple species transport equations, an additional temporary array is used to act as a
solution array with the linear solver. Special data management routines are used to locally gather and
scatter mass fractions from the global “mass_fraction” array to the local “ysolve" array.

When solving the transport equations for turbulent kinetic energy and turbulence dissipation, the
updating of the turbulent kinetic energy is lagged until both equations have been solved. This allows for
a constant value of k/€ in the source terms of both equations.

There is only one material defined for a region. The material may be a multicomponent gas.

6.2.4. Element Mechanics

Element mechanics are a special class of mechanics that know how to loop over elements (see

Figure 6.2-3) by association with element topology through a master element. Elements are processed by
worksets, so the mechanics is described by a workset algorithm. A workset is a collection of elements
that can be processed (assembled) while remaining in cache memory. All element mechanics workset are
currently (12/01) hard-wired for hexahedral elements until the convection operator routines can be
generalized.

The transport equations can be configured for a particular collection of physics. The collection of
transport equations is defined by the sub-mechanics of the problem. The sub-mechanics labels are
described in Table 6.2-6.

The SIERR A Frameworks code processes the workset algorithm, loading the workset variables from
global variables, scattering workset variables back to global variables, assembling the matrix and
right-hand side, and assembling other global variables from workset variables. The data management
routines for the workset algorithms are all contained in Afgo_ElemMech_Support.C. The names and
descriptions of the workset algorithms are given in Table 6.2-7. The laminar form of the equations are
separate from the turbulent form.
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6.2.5. Boundary Conditions

We primarily use flux boundary conditions, but also support fixed (Dirichlet) boundary conditions.
Flux boundary conditions make use of the element information adjacent to the boundary face,
generating an element matrix contribution. The flux boundary conditions are implemented as
heterogeneous workset algorithms. There are four flux boundary condition classes:
Afgo_InflowBC_Support, Afgo_OutflowBC_Support, Afgo_SymmetryBC_Support, and
Afgo_WalIBC_Support. Each class contains all the workset algorithms needed to evaluate flux
boundary conditions for each of the transport equations. All flux boundary condition routines are
currently (12/01) hard-wired for quadrilateral faces with hexahedral parent elements.

The flux boundary condition worksets are not registered until after all the nodal variables have been
created. The flux boundary condition classes have mechanics algorithms for the registration phase and
workset algorithms for the assembly phase.

The fixed boundary conditions, shown in Table 6.2-8, are derived oft of the nodal_contribution() class
within the Fmwk_LinearSolver class. There is an Afgo_DirichletBC class to encapsulate the boiler-plate
methods.

Each boundary condition mechanics can have several “instances”. Each instance shares the same
specified data, but is mapped to a unique collection of side sets and node sets. Each instance has its own
control data.

The data specific to a boundary condition is obtained through the boundary condition instance control
data. Specified values, such as velocity or pressure or temperature, can be either constant, a piecewise
linear function of one of the coordinate axes, or derived from a user-supplied subroutine.

6.2.6. Material

Material properties in Fuego are evaluated using a property_evaluator software object. All properties are
computed as nodal variables. Nodal values are interpolated to sub-faces and sub-volumes. The material
properties are evaluated once outside of the equation-set loop in the region code. The
material_evaluator evaluates properties by list. A list of property names is defined during the
initialization that defines all the properties required to evaluate the equations.

Raw property data is stored in the MATERIAL_PROPERTIES and FUNCTIONS libraries, one entry
for each type of material requested. Currently (11/30/99), only two means of specifying material
properties is supported: specified functions and Chemkin calls. The specified function properties are
defined by the user in the input file. Constant values are defined by a constant function. The second
means of defining properties is through Chemkin. A modified form of the Chemkin linking files will be
placed in the material library entry (see table).

The material property_evaluator object is located in an Afgo_Region object. There is only one material
evaluator per region. Material properties for thermal and/or nonuniform flows must be evaluated using
the Chemkin libraries [159, 160]. A modified version of the Chemkin libraries is installed in the STERR A
system. The Chemkin FORTR AN routines have been modified such that there are no common blocks,
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so the API of some subroutines has changed. Three files need to be present in order to run Fuego — the
Chemkin input file, the ASCII Chemkin linking file, and the ASCII transport linking file.

6.2.7. Master Elements

The master element classes contain the topological information required to define interpolations,
integrations, and geometry processing (areas, volumes, and gradients) within an element. The master
elements specific to the element-assembled CVFEM used in the Fuego code are shown in Table 6.2-9.
The fluid flow sub-mechanics currently (12/01) only make use of the hexahedral elements. The heat
conduction sub-mechanics make use of all CVFEM master elements.

6.2.8. User Subroutines

The FUEGO code allows subroutines to be defined and used to set quantities in the code such and
boundary conditions (inflow profiles), transport terms, and initial conditions. The only restriction on

the subroutine being called is its signature or parameter list. Defined signatures are listed in
Table 6.2-10

The subroutine must be dealt with in parsing, initialization, and workset areas of the code. In every
case, the relevant parsing callbacks are in the “register_commands” member function associated with the
input class.

With respect to initialization, the boundary condition classes are the most involved. Here, each
mechanics instance has its own user subroutine and associated user constants. When the parsing triggers
a subroutine callback, the appropriate flag is set and the subroutine name is stored. The handler then
stores the subroutine name and any constants associated with it in the instance’s control data. There is
no other initialization to be done for subroutines, although it is important to guard any function (load
curve) calls (or function initialization) with a check on the “type” of condition being set (constant, load
curve, or subroutine).

In the workset portion of the boundary condition codes, the variable in question (associated with a
subroutine) will need to be calculated. At this stage, the variable “type” within the code gets checked; if
it’s a subroutine type, the code takes its name from the instance control data. At that point, the
subroutine pointer itself can be retrieved from the framework registry, its signature checked, and a call
made to load the relevant boundary data.

In the transport equations, things are a bit less complicated: the region control data contains the
appropriate subroutine associations. However, it could have one for each transport variable. Parsing
callbacks are again defined in the “register_commands” member function. In this case, the parsing
callback looks at the variable indicated by the parsing (eg. a source term for pressure) and creates an
association within the region control data for that particular variable and the given subroutine name. As
with the boundary condition implementation, there is precious little to do to initialize a user
subroutine. The only task the callback has is to register the subroutine name in the region’s control data
for later use.
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In the workset portion of the code, the source term subroutines are called immediately after the
FORTRAN element routine. If the appropriate flags are set, the subroutine name is retrieved from the
region’s control data, the subroutine pointer is retrieved from the framework registrar, and the signature
checked. At this stage, the subroutine can be called. The subroutine takes from the user source terms for
the right hand side and the diagonal entries on the left hand side of the discretized algebraic

equations.

Like the source term implementations, initial condition user subroutines are less complicated than the
boundary condition implementations. Again, the parsing callbacks are triggered in the
“register_commands” member function and again, there is little to do in initialization but store the
subroutine name in the instance’s control data. In the “workset" part of the code (or that part that
corresponds to a workset algorithm), the existence of a subroutine association is checked. From there,
the code can retrieve the subroutine pointer from the framework registry, check its signature, and call it.
In the initial condition class, the call is made by overloading the set_nodal_variable member function.
The subroutine pointer is passed in as a parameter and the appropriate nodal variable is set with the
subroutine a single node at a time.

The signatures associated with each use in the FUEGO code are listed in Table 6.2-11.

Fuego Procedure

time integration
inter—region data transfer

Syrinx

Region Fuego Region

Region

Figure 6.2-1.. Fuego Procedure Class
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Fuego Region

e advance fluid mechanics one time step

e assemble and solve transport equations
e manage sub—mechanics
e evaluate material properties

PP3DH
Element Mechanics

Framework

\
Li Sol
/ inear Solver

Boundary Condition
Block Contribution

Figure 6.2-2.. Fuego Region Class

PP3DH Element Mechanics

WorkSet Registration WorkSet Algorithm
define work variables process geometry
map gather/scatters average properties
map linear solver feed element routines

Element Routine
evaluate equations
construct element matrices
for linearized system

Figure 6.2-3.. Fuego Element Mechanics Class
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Table 6.2-

1.. Fuego Frameworks Classes

Afgo_Procedure_Support.C

Time integration procedures and state data management.

Afgo_Region_Support.C

Nonlinear solution procedure within a time-step and linear
solver interactions.

Afgo_Region_Parsing.C

Region—speciﬁc parsing routines.

Afgo_ConstuctElemMech.C

Maybe element mechanics support object to an element block.

Afgo_ElemMech_Support.C

Workset algorithms for the transport equations.

Afgo_ElemMech_Register.C

Workset registration and solver registration for for the transport
equation workset algorithms.

Afgo_Dirichlet_*_Support.C

Data management for Dirichlet boundary conditions.

Afgo_Input_*BC_Support.C

Input parsing for flux boundary conditions.

Afgo_InflowBC_Support.C

Workset algorithms for the flux boundary conditions at an in-
flow.

Afgo_InflowBC_Register.C

Workset registration and solver registration for the flux bound-
ary conditions at an inflow.

Afgo_OutflowBC_Support.C

Workset algorithms for the flux boundary conditions at an out-
flow.

Afgo_OutflowBC_Register.C

Workset registration and solver registration for the flux bound-
ary conditions at an outflow.

Afgo_SymmetryBC_Support.C

Workset algorithms for the flux boundary conditions at a sym-
metry plane.

Afgo_SymmetryBC_Register.C

Workset registration and solver registration for the flux bound-
ary conditions at a symmetry plane.

Afgo_WallBC_Support.C

Workset algorithms for the flux boundary conditions at a wall.

Afgo_WallBC_Register.C

Workset registration and solver registration for the flux bound-
ary conditions at a wall.

Afgo_Material.C

Material property evaluation methods.

Afgo_ConstInitCond_Support.C

Methods to set the initial conditions.

Table 6.2-2

.. Fuego Procedure Control Data

CODE_VERSION

“0.0.0", fuego version number must match code

RESTART_VERSION

“0.0.0", restart file created with a version number must match current

PROCEDURE_CONVERGENCE

“TRUE" | “FALSE", have we converged within this time step

PROCEDURE_SUBITER ATION

o, number of subiterations taken within time step

MAX_PROCEDURE_SUBITER ATION

1, maximum subiterations within time step

CODE_COUPLING

“NONE" | “CALORE_FUEGO" | “SYRINX_FUEGQ", variations of
coupled-mechanics, driven by the fuego time integration procedure

DEBUG_LEVEL

o | 1, enable debug messages

PMR_SKIP

1, step interval for evaluating participating media radiation (PMR)

NUM_TIME_PERIODS

0, the number of time step definition blocks

GLOBAL_TIMESTEP_COUNTER

o, the total number of time steps taken

TIMEBLOCK_TIMESTEP_COUNTER

o, the number of time steps taken within the time block
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Table 6.2-3.. Fuego Region Control Data

DEBUG_LEVEL

o | 1, provide debugging information

COORDINATE_SYSTEM

coordinate system

REGION_CONVERGENCE

o | 1, has this nonlinear iteration sequence converged

REGION_CUTOFF

o, if all equations meet their nonlinear residual tolerance on the first
subiteration, then shut down the code

REGION_SUBITER ATION

o, number of nonlinear iterations over equation sets

MIN_REGION_SUBITERATIONS

1, minimum number of nonlinear iterations.

MAX_REGION_SUBITER ATIONS

1, maximum number of nonlinear iterations.

CONT_NONLIN_TOLERANCE

r.oe-8, tolerance on continuity equation nonlinear residual for stop-
ping sub-iteration process

XMOM_NONLIN_TOLERANCE

1.0¢-8, tolerance on x-momentum equation nonlinear residual for stop-
ping sub-iteration process

YMOM_NONLIN_TOLERANCE

1.0¢e-8, tolerance on y-momentum equation nonlinear residual for stop-
ping sub-iteration process

ZMOM_NONLIN_TOLERANCE

1.0¢-8, tolerance on z-momentum equation nonlinear residual for stop-
ping sub-iteration process

TEMP_NONLIN_TOLERANCE

1.0¢-8, tolerance on temperature equation nonlinear residual for stop-
ping sub-iteration process

ENTH_NONLIN_TOLERANCE

1.0¢e-8, tolerance on enthalpy equation nonlinear residual for stopping
sub-iteration process

SPEC_NONLIN_TOLERANCE

1.0e-8, tolerance on species equation nonlinear residual for stopping
sub-iteration process

TRBK_NONLIN_TOLERANCE

1.0¢-8, tolerance on turbulent kinetic energy equation nonlinear resid-
ual for stopping sub-iteration process

TRBE_NONLIN_TOLERANCE

1.0¢-8, tolerance on turbulence dissipation equation nonlinear residual
for stopping sub-iteration process

CONT _URF 1.0, under-relaxation factor
XMOM_URF 1.0, under-relaxation factor
YMOM_URF 1.0, under-relaxation factor
ZMOM_URF 1.0, under-relaxation factor
TEMP_URF 1.0, under-relaxation factor
ENTH_URF 1.0, under-relaxation factor
SPEC_URF 1.0, under-relaxation factor
TRBK_URF 1.0, under-relaxation factor
TRBE_URF 1.0, under-relaxation factor
TVISC_URF 1.0, under-relaxation factor

Lo NORM_SCALING 1.0, Scale L2 norm by number of nodes
TIME_STEP 0.0, fixed time step, copied from the procedure

TIME_STEP_TYPE

o, for h-adaptive scheme

WRITE_STATUS

flag to write status info

CURRENT_TIME

0.0, the current time at the (N+1) time level

CURRENT_TIME

0.0, the current time at the (N+1) time level

SUB_MECHANICS

PUVW | PUVWT | PUVWKE | PUVWY, define math models (equa-

tion sets) to solve.

PERSISTENT TEMPERATURE

define a temperature for code-coupling, only
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STATE_EVALUATION_MODE

USE_REFERENCE_STATE [USE_REFERENCE_MASS_FRACTIQ

] USE_REFERENCE TEMPERATURE | USE_ACTUAL_STATE,
defines independent variables for material property evaluation within
the element block

USE_REFERENCE_TEMPER ATURES

“TRUE" | “FALSE'", use library reference value for property eval.

NUMBER_MATERIALS

1, number of materials in the region

NUM_SV_PROPS

o, number of properties to evaluate.

SV_PROP_NAMES[]

list of property names, match material library, string

SV_PROP_VARS([]

list of workset variable names for property variables, string

RESIDUAL_FILENAME

«n

, write the nonlinear residual history

BUOYANCY “NONE' | “BUOYANT" | “DIFFERENTIAL" | “BOUSSINESQ',
activate buoyancy body force terms using one of the listed models
GRAVITY[] gravity vector

BUOYANCY_REF_TEMPERATURE

0.0, buoyancy reference temperature

BUOYANCY REF_MASS_FRACTION XXX

0.0, buoyancy reference mass fraction of species XXX

BUOYANCY REF_DENSITY

0.0, buoyancy reference density

BUOYANCY_MASS_REF

o | 1, use mass fractions

BUOYANCY MOLE_REF

o | 1, use mole fractions

RADIATIVE_SOURCE

ol get PMR source term if coupled to Syrinx

NUMBER_OF_SPECIES

o, number of species

MULTICOMPONENT

o | 1, species transport equations are active

SOLVER_SPECIES_ NUMBER

o, the species equation are we currently solving

TURBULENCE_MODEL

“laminar” | “k_e" | “v2f" | “kl", turbulence model definition.

NEED_YP

o | 1, compute normal distance from wall

NEED_UTAU

o | 1, compute friction velocity

BUOYANT VORTICITY GEN

o | 1,add BVG model

ADD_MOLECULAR_VISC

o | 1, add molecular viscosity to turbulence model diffusion

OMIT_WALL_TKE

o | 1, wall be treatment for turb ke

TURBULENCE_MODEL_CMU

0.0, k-e model parameter from global constant library

TURBULENCE _MODEL_SIGMA_K

0.0, k-e model parameter from global constant library

TURBULENCE_MODEL SIGMA E

0.0, k-e model parameter from global constant library

TURBULENCE_MODEL_CEPS 1

0.0, k-e model parameter from global constant library

TURBULENCE_MODEL_CEPS_2

0.0, k-e model parameter from global constant library

TURBULENCE_MODEL_CEPS 3

0.0, buoyant vorticity generation constant from global constant library

TURBULENCE_MODEL_CBVG

0.0, buoyant vorticity generation constant from global constant library

TURBULENCE_MODEL_CF 1

0.0, v2-f model parameter from global constant library

TURBULENCE_MODEL_CF_2

0.0, v2-f model parameter from global constant library

TURBULENCE_MODEL_ALPHA

0.0, v2-f model parameter from global constant library

TURBULENCE_MODEL_NSEG

0.0, v2-f model parameter from global constant library

TURBULENCE_MODEL_CL

0.0, v2-f model parameter from global constant library

TURBULENCE_MODEL_CETA

0.0, v2-f model parameter from global constant library
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MINIMUM_TIME_STED

0.0, minimum allowable time step

MAXIMUM_TIME_STEP

0.0, maximum allowable time step

TIME_STEP_CHANGE_FACTOR

1.0, rate at which time step is allowed to change for step to step

CFL_LIMIT 0.0, criterion for specifying time step

MAX CFL 0.0, the maximum CFL number over the mesh
MIN_CFL 0.0, the minimum CFL number over the mesh

MAX REY 0.0, the maximum cell Reynolds number over the mesh
MIN_REY 0.0, the minimum cell Reynolds number over the mesh

SIZE_SOLVER_LIST

I
number of solvers (equation sets)

SOLVER_LIST([]

« "
solve_puvw
evaluation ordering for equation sets

UPWIND_FACTOR

0.0s, blending factor for pure first-order upwind convection

UPWIND_METHOD

upwind convection method

UPWIND_LIMITER

slope limiter for MUSCL scheme

HYBRID_FACTOR

1.0, multiplier for cell-Peclet number to control hybrid scheme blend-

ing

RHIE_CHOW _SCALING

o | 1, activate the scaled Rhie/Chow scheme

PRESSURE_SMOOTHING

o | 1, activate the fourth-order pressure smoothing

OMIT_DENSITY_DERIVATIVE

o | 1, remove density time derivative from continuity

DENSITY_PREDICTOR

o|1,usea density predictor in time

THERMODYNAMIC_PRESSURE_IS_VARIABLE

o | 1, all thermodynamic pressure to vary

SCALE_ENTHALPY

o | 1, scale the enthalpy equation

ENTHALPY_FORM

o | 1, use the enthalpy form of the energy equation

EDC_COMBUSTION

o | 1, activate the combustion model

EDC_SOOT

o | 1, activate the soot model

EDC_ABSORPTION

o | 1, activate the radiation absorption model

EDC_REACTION_TIME_SCALE

0.0, characteristic time scale for a chemical reaction

IGNITION_TIME

0.0, time at which the flow is ignited

PRODUCT_MIN

0.0, the minimum mass fraction of products required to ignite

FUEL_NAME

0.0, the name of the fuel species

SOOT_TEMPERATURE_MIN

0.0, the lower limit on temperature for producing soot

SINTEF_SOOT_MODEL

o | 1, use the SINTEF soot model

INDEX_OXY o, the index number for oxygen in the species list
INDEX_FUEL 0, the index number for fuel in the species list

INDEX_ CO o, the index number for carbon monoxide in the species list
INDEX CO2 o, the index number for carbon dioxide in the species list
INDEX H2 o, the index number for hydrogen in the species list
INDEX H20 0, the index number for water in the species list

STOICH_O2_FUEL

0, the stoichiometric ratio of oxygen to fuel

STOICH_O2_CO

o, the stoichiometric ratio of oxygen to carbon monoxide

STOICH O2 Ha

o, the stoichiometric ratio of oxygen to hydrogen
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Table 6.2-4.. Fuego Element Mechanics Instance Control Data

formationTime

time required to form matrix, for load-balancing

loadMeasure

the number of elements processed, for load-balancing

MATERIAL _NAME

name from MATERIAL_LIBRARY entry, define material for this el-
ement block

Table 6.2-5.. Fuego BC Mechanics Instance Control Data

VARIABLE TYPE[]

“CONSTANT", “NULL", variable is constant

VARIABLE_TYPE[]

“FUNCTION", “X"|“Y"|“Z", variable is a function of X|Y|Z

VARIABLE_TYDE[]

“SUBROUTINE", name, variable comes from a subroutine

pressure 0.0 | “function name" |, constant value or function name for subrou-
tine name
. <« 2 " 1
x-velocity 0.0 | “function name" |, constant value or function name for subrou-
tine name
. <« & " ]
y-velocity 0.0 | “function name" |, constant value or function name for subrou-
tine name
. <« &3 " L)
z-velocity 0.0 | “function name" |, constant value or function name for subrou-
tine name
temperature 0.0 | “function name" |, constant value or function name for subrou-

tine name

OMIT_DIFFUSION TERMS turn off the diffusion terms for an outflow boundary

FLOW_MUST_EXIT_DOMAIN | force flow to leave domain for an outflow boundary

Table 6.2-6.. Fuego Sub-Mechanics Definitions

T heat conduction, 1 equation

PUVW isothermal, uniform, laminar flow, 4 equations

PUVWT thermal, temperature-form, uniform, laminar flow, 5 equations

PUVWH thermal, enthalpy-form, uniform, laminar flow, 5 equations

PUVWY isothermal, nonuniform, laminar flow, (3+NSPEC) equations

PUVWHY thermal, enthalpy-form, nonuniform, laminar flow, (4+NSPEC)
equations

PUVWKE isothermal, uniform, turbulent flow, 6 equations

PUVWKEH thermal, uniform, turbulent flow, 7 equations

PUVWKEY isothermal, nonuniform, turbulent flow, (s+NSPEC) equations

PUVWKEHY thermal, nonuniform, turbulent flow, (6+NSPEC) equations

PUVWKEHYSN | thermal, nonuniform, soot, turbulent flow, (8+NSPEC) equa-
tions
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Table 6.2-7.. Fuego Element-Mechanics Workset Definitions

assemble_gradient

approximate the gradient of a scalar at nodes by integrating
over control-volume faces, assembling the element-level contri-
butions into the global nodal arrays. This routine is used for the
MUSCL convection scheme.

assemble_pressure_gradient

approximate the gradient of the pressure at nodes by integrating
over control-volume faces, assembling the element-level contri-
butions into the global nodal arrays. This routine is used for a
Rhie/Chow formulation for the continuity equation.

compute_cfl

compute the maximum and minimum cfl number over the ele-
ments

compute_ap

assemble the diagonal scaling term that is used in the Rhie/Chow
interpolation for mass flow rate

laminar_p

assemble the continuity equation

laminar_p_update

reassemble the continuity equation, but only update the mass
flow rate

laminar_u assemble the laminar x-momentum equation
laminar v assemble the laminar y-momentum equation
laminar_w assemble the laminar zz-momentum equation
laminar_t assemble the laminar temperature equation
laminar_h assemble the laminar enthalpy equation
laminar_y assemble a laminar species equation

turbulent_u

assemble the turbulent x-momentum equation

turbulent_v

assemble the turbulent y-momentum equation

turbulent w

assemble the turbulent z-momentum equation

turbulent_h

assemble the turbulent enthalpy equation

turbulent_y

assemble a turbulent species equation

turbulent_s

assemble a turbulent soot equation

turbulent_n

assemble a turbulent soot transport equation

turbulent_k

assemble a turbulent kinetic energy transport equation, k-e
model

turbulent_e

assemble a turbulence dissipation transport equation, k-e model

turbulent_k_vaf

assemble a turbulent kinetic energy transport equation, va-f
model

turbulent_e_vaf

assemble a turbulence dissipation transport equation, va-f model

turbulent_v2

assemble a turbulent v2 transport equation, v2-f model

turbulent_f

assemble a turbulent Helmholtz equation, v2-f model
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Table 6.2-8.. Fuego

Dirichlet Boundary Condition Definitions

Afgo_Dirichlet_U_Support

fixed nodal x-velocity component

Afgo_Dirichlet_V_Support

fixed nodal y-velocity component

Afgo_Dirichlet_W_Support

fixed nodal y-velocity component

Afgo_Dirichlet_P_Support

fixed nodal pressure

Afgo_Dirichlet_T_Support

fixed nodal temperature

Afgo_Dirichlec_H_Support

fixed nodal enthalpy

Afgo_Dirichlet_Y_Support

fixed nodal mass fraction

Afgo_Dirichlet_K_Support

fixed nodal turbulent kinetic energy

Afgo_Dirichlet_E_Support

fixed nodal turbulence dissipation

Afgo_Dirichlet_Wall_K_Support

fixed nodal turbulent kinetic energy, wall function implementa-
tion

Afgo_Dirichlet_Wall_E_Support

fixed nodal turbulence dissipation, wall function implementa-
tion

Afgo_Dirichlet_V2F_E_Support

fixed nodal turbulence dissipation, v2-f model implementation

Table 6.2-9..

Fuego Master Element Definitions

Ehex HS8 scs

eight-node hexahedral element for CVFEM, integration loca-
tions at sub-faces and element faces

Ehex HS8 scv

eight-node hexahedral element for CVFEM, integration loca-
tions at sub-volume

Etet_Te4 scs

four-node tetrahedron element for CVFEM, integration loca-
tions at sub-faces and element faces

Etet Te4 scv

four-node tetrahedron element for CVFEM, integration loca-
tions at sub-volume

Ewed_W6_scs six-node wedge element for CVFEM, integration locations at
sub-faces and element faces
Ewed_W6_scv | six-node wedge element for CVFEM, integration locations at

sub-volume

Ehex 3DTr3_scs

three-node triangular element for CVFEM, integration locations
at sub-volumes

Ehex_3DQ4_scs

four-node quadrilateral element for CVFEM, integration loca-
tions at sub-volumes

Table 6.2-10.. User Subroutine Argument Lists

Apub_ftx3_sub

int*, real*, real*, real*, int*, int*, real*, int*

Apub_ftxzspec_sub

int*, real®, real®, int*, real*, int*, int*, real®, int*

Afgo_fmmsfgo_sub

real*

int*, int*, int*, real*, real*, real*, real*, real*, real*, real*, real*, real*,
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Table 6.2-11.. User Subroutine Signature Type

Heat BC Apub_ftx3_sub

Convection BC Apub_ftx3_sub

Radiation BC Apub_ftx3_sub

Fixed BC Apub_ftx3_sub, Apub_ftx3spec_sub
Inflow BC Apub_ftx3_sub, Apub_ftx3spec_sub
Outflow BC Apub_ftx3_sub

Wall BC Apub_ftx3_sub, Apub_ftx3spec_sub

Initial Conditions | Apub_ftx3spec_sub

Source Terms Afgo_fmmsfgo_sub
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7. TRANSPORT PROCESSES

We provide detailed derivations of the approximate form of the transport equations.

APPENDIX A. MULTICOMPONENT TRANSPORT

Gas-phase mass transport and chemical reactions are modeled with the multicomponent transport
equations. The gas-phase species transport equations are:

apY;] + 8pu]YVg _ apﬁ]}QYZJ + ng (7.1)
8t 8xj a{L'j

where the summation rule has been suspended for the species index, g. The mass fractions of the
chemical species are Y7, the chemical source terms are w, and the diffusion velocities are @; 4. The
diffusion velocities are functions of both mass diffusion and thermal diffusion, and are defined by the
multicomponent diffusion equation [161, 13]. Diffusion due to pressure gradients or body forces is
neglected. The diffusion equation can be manipulated into a form that is more readily applied
algorithmically [162]. The mass diffusion flux is defined as j; ; = —pii; Y.

dY, oY, D, OW 10T
: D o g—g9="" DT_
Jig==p g(‘?xz ( w 8% 9T Ox;
Jin DnT 10T
Y,D,W s ;
Z {W Do,  WoDny T 0z, (7:2)
n=1;n#g

The multicomponent diffusion coefficients are Dy, the binary diffusion coefficients are D;;, the thermal
diffusion coefficients are D;’, and the molecular weight is W. The multicomponent diffusion

NS =i
> —J] (73)

s

The modified form of the equations helps decouple the equations for a segregated solution approach.
Equation 7.2 must first be solved for the mass diffusion fluxes as a closure equation. The equations are
not linearly independent over all the species, so one equation must be replaced with the constraint that
> jig = 0. The chemical properties and rate terms are computed using CHEMKIN [159, 160, 163].

coefficients are defined to be

Ei:

For coupled heat and mass transfer, the heat flux term in the energy equation is modified:

G = axl Z jigh (7.4)

The term involving the Dufour effect from thermal dlffusmn is neglected.
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APPENDIX B. TIME-AVERAGING AND
FAVRE-AVERAGING

The time-averaged and Favre-averaged transport equations are given in the following section.

B.1. Conservation of Mass

The continuity equation:

(a) time averaged:

op -
/ PPav + / pu;n,;dS + / Puin;dS =0 (7.5)

(b) Favre averaged:
o5

B.2. Conservation of Momentum

The momentum transport equations:

(a) time averaged:

= 7 _
ag;“dwr / ag“zolv + / P dS + / wlngdS + / W pn;dS
+ / uip'uin;dS + / puiuin;dsS + / pn;dS

_ / Tin;dS + / pg;dV (7.7)

(b) Favre averaged:

8§?idv+ / Bitti;ndS + / pnidS = / 7 m;dS — / TulndS + / 5g:dV  (7.8)
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B.3. Conservation of Energy

The energy transport equation, assume Lewis number is one (see Section 2..5.3):

(a) time averaged:

(b) Favre averaged:

dph s Kk Oh - aqr
T dV—i—/phujnde:/O 8%an5 /ph uin;dS — /axde (7.9)

B.4. Conservation of Species

The species transport equation:

(a) time averaged:

op7 Yy - i o
gt’“dv / BV + / pY 1;n;dS + / pY{uin;dS + / w;p'Y{n;ds
+ /Ykpu n]dS+/ p'Y uin;dS
= /kau] kn]dS—i-/dJ_de (7.10)
(b) Favre averaged:

onY; ~ N - _
/ g deJr/ﬁYkﬂjnde = —/ka”u;’ndeJr/kaﬁMndeJr/wde (7.1m)

APPENDIX C. DISCRETE 2D/AXISYMMETRIC
TRANSPORT EQUATIONS

The transport equations for two-dimensional, axisymmetric flow are given in section 2.2.5. These
equation descriptions are a work—in—progress; caveat emptor.
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C.1. X-Momentum (axial), 2D Laminar Transport

The time term is lumped. The time-term contribution is evaluated for each sub-volume.

LAV
A?l + = pIA—tI (7.12)
b? — = (PIUI —Pr UI) —AtI (7.13)

The convection term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes.

A?L,J + = OZ,J (7.14)

A?R,J - = CI:,J (7.15)

by —= Z(JZ,JU; (7.16)
J

Bp += Y CiUs (7.17)
J

The viscous stress term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes. Only the solenoidal part of the stress term is used for the matrix. The stress term may or may
not include the molecular viscosity, depending on the user specified model.

ON; ON;
F S —| A+ —| A I8
k,.J 1 < 8z |, + 3y |, y) (7.18)
ACIILJ += FiJ (7.19)
A?RJ —= Iy i7:20)
Tew = g (up+ul) (7.21)
Ty = [k (u; -+ U;) (7.22)
fk: = - (waA:c I TacyAy) (7-23)
b, —= fa (7.24)
b?R += fi (7-25)
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The pressure is assembled in the form of a volume integral. The pressure gradients have been
pre-computed at nodes use a surface-integral approximation.

oP|*
by —= - IAVI (7.26)

C.2. Y-Momentum (radial), 2D Laminar Transport

The time term is lumped. The time-term contribution is evaluated for each sub-volume.

LAV
Ai,] + = pITt (7.27)

AV;

by — = (o;V7 — V1) AL (7.28)

The convection term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes.

A?LJ + = CZ,J (7.29)

A?R,J - = CZ,J (7.30)

b, —= > Ci,Vi (7.31)
J

bir += ZCZ,JVj (7.32)
J

The viscous stress term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes. Only the solenoidal part of the stress term is used for the matrix.

ON; ON; )
Fry = —uw (— Ar+ ——| A (733)
Bl "\ or 5 Y | ¢
ACIZL,J += Fiy (7.34)
A?RJ —= Ky (7.35)
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T
Tyy

d
bIL

d
bIR

—= Ji
+= fi

Lk (v; - u;)
e (v +vy)
— (Tyede + Ty Ay)

(7.36)
(7.37)
(738)
(7:39)
(7.40)

There is a radial force contribution from the azimuthal stresses. These are evaluated for sub-volumes.

There is an acceleration force from swirl. These are evaluated for sub-volumes.

The pressure is assembled in the form of a volume integral. The pressure gradients have been

Fy o

2 —

A?C,J + = FkJ

pre-computed at nodes use a surface-integral approximation.
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(7.45)
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C.3. /-Momentum (swirl), 2D Laminar Transport

The time term is lumped. The time-term contribution is evaluated for each sub-volume. We solve for
the angular velocity, 2, instead of the azimuthal velocity, w.

AV,
AL+ = p]TtI (7.49)

AV;
bt = *Q* _ nQn =4 )
I (p1€% — p7€27) Al (7.50)
The convection term is computed at each face k£ and assembled to the left (IL) and right (IR ) control
volumes.

A?L,J + = C;:,J (7.51)

A?R,J - = CZ,J (7.52)

o—= > Cr (7.53)
J

bir += ZC;;JQ; (7-54)
J

The viscous stress term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes. Only the solenoidal part of the stress term is used for the matrix.

ON; ON;
F = —| A, + —| A ,

oo Mk( 5o |, + 3y |, y) (7.55)
Al ; += Fis (7-56)
Afn; —= Feg (757)
Tzx = Hi (WD (7-58)

Ty = (W) (7.59)

fk - - (TzwA:c I szAy) (7'60)

v, —= f (7.61)
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100
bi+ = 2u=——AV; (7.63)
r Or

There is a Coriolis force from swirl. These are evaluated for sub-volumes.

bic— =2pVW A, (7.64)

C.4. Mass Transport — 2D Continuity

There is no net flow through the azimuthal face if an axisymmetric coordinate system is used.

The time term is lumped. The time-term contribution is evaluated for each sub-volume.

. o AV
b — = (o} — o}) Ttl (7.65)

The convection term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes using the Rhie/Chow scheme from Section s.1.

ON; ON;
F = —fAt| —| A, + —| A .66
A?L,J += FrJ (7.67)
A?R,J —= Fg (7.68)

) At 0P
up = ZNJ‘kUJ+f7<Z%
J J

& " At oP
U = ZNJ‘kVJ—i_f?(Za—y
J J

- p;;> +f (uk -3 Ny, Uf}) (7.69)
J J

- p;) + f (vz 3" Ny, Vf> (7.70)
J J

my = p(ugAs + viAy) (7.71)
b?L —= My (7-72)
b5 += 1y (7.73)

Velocity correction and new mass flow rate.....
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C.5. Energy, 2D Laminar Transport

The laminar energy equation is linearized with respect to the temperature. The time term is lumped.
The time-term contribution is evaluated for each sub-volume. The density must also be linearized for
stability.

Hi\ AV,

t _ e T ey § _I
AI,[ + = (Plcp,l Pr T ) At (7.74)
b? — = (pyH; — p7 HY) _AtI (7.75)

The convection term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes.

Afpy += C}?,#O;,J (7.76)

A(]:R,J - = Clgj}lC;J (7.77)

%, —= Y CitH; (7.78)
J

bir += ) Ciy'H; (7.79)
7

The heat conduction term is computed at each face k£ and assembled to the left (IL) and right (IR)
control volumes.

Frg = —kg <% kAm + 38_]\; kAy> (7.80)
A?L,J += Fig (7.81)
ACIlR,J —= FJ (7.82)

@ = —rx (A +1A,) (7.83)
v, —= & (7.84)
bir += (7.85)



C.6. Temperature, 2D Laminar Transport

The laminar temperature equation is linearized with respect to the temperature. The time term is
lumped. The time-term contribution is evaluated for each sub-volume.

LAV
Apy+ = pi—%, (7.86)
by — = (piT7 — piT7) —AtI (7.87)

The convection term is computed at each face k and assembled to the left (IL) and right (IR)) control
volumes.

Afp; += Cl?jl (7.88)

b, —= ) Cui'Ty (7.90)
J

bip += Z CI?,JEIT; (7.91)
J

The heat conduction term is computed at each face k£ and assembled to the left (IL) and right (IR)
control volumes.

ki [ ONy ON;

Frg = —@ (8—:r Lo + E) ) Ay> (7.92)
A?L,J T Fk,J (7.93)
Alpy; —= Fiy (7.94)

@ = —% (LA + 5 A,) (7.95)
v, —= & (7.96)
bin += & (7.97)

A correction for variable specific heat is applied as a volume term. The correction is computed at the
centroid of the sub-volume, k, for control volume /.

K

02

p

b%’ = (twcp,ﬂc = tyCm/) AVy (7.98)
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C.7. Species, 2D Laminar Transport

There is a species equations for each species. The mass fraction is Y, where s is the species number. The
time term is lumped. The time-term contribution is evaluated for each sub-volume.

LAV
Afr+= P, (7.99)
by — = (PIYS,J - PIYS,I) A—t] (7.100)

The convection term is computed at each face k£ and assembled to the left (IL) and right (IR)) control
volumes.

Afp; += C,Z?l (7.101)

A;RJ — = C,Zﬁl (7.102)

i, —= Y Cii'Yl, (7.103)
J

birp += ZC}Z,?Y:J (7.104)
J

The mass diffusion term is computed at each face k and assembled to the left (IL) and right (IR) control
volumes.

P = —mD (2| A+ 22| ) (7105
k k

A?L,J += Ik (7.106)

Alp; —= Fiy (7.107)

fr = —pDsy (ysiAs +ys,Ay) (7.108)

b —= Jr (7.109)

b?R += fi (7.110)
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8. REVIEW OF CONTROL VOLUME
FINITE ELEMENT METHODS

The earliest reference to control-volume finite-element methods is the 1980 work by Baliga and
Patankar [164] for the convection-diffusion equation, a refinement of Baliga’s 1978 dissertation [165].
Baliga and Patankar [166] first apply their approach to the Navier-Stokes equations of fluid mechanics
in 1983. At the same time, Schneider and Zedan [167] develop a control-volume finite-element for heat
conduction. Schneider and Raw [168] then develop a control-volume finite-element method for fluid
flow in 1986. The work of Baliga/Patankar and Raw/Schneider are the foundations for two of the main
control-volume finite-element methods that are used today for fluid mechanics. A third control-volume
finite-element method is adapted from Galerkin Least Squares (GLS) finite-element methods by
Swaminathan and Voller [169] in 1992, but there is no evidence of widespread use.

There are three difficult issues that must be addressed in all numerical methods for the Navier-Stokes
equations: 1) stability at high Reynolds number and Peclet numbers, where pure centered differencing
for the convection terms, or the analogs in FEM and FVM, can lead to numerical oscillations, 2.)
coupling of the pressure and velocity field, where “checker-boarding” can occur when the variables are
co-located and use similar interpolations, and 3) updating of the pressure field. There are three main
schools of thought in the CVFEM community for addressing the three issues above. With the
Baliga/Patankar approach, upwinding is achieved with exponential shape functions on linear triangular
and tetrahedral elements. Originally, pressure-velocity coupling was attained using mixed-order
elements. Later, an equal-order scheme was developed that involved pressure terms in the interpolation
functions. Convecting and convected velocities were maintained for pressure-velocity coupling. The
pressure is solved using a projection method similar to the SIMPLER [170] algorithm. The method is
practically limited to triangles and tetrahedra because of the form of the interpolation functions. With
the Raw/Schneider approach, upwinding is achieved using the skewed upwinding or positive influence
coefficient approaches. The pressure and velocity are solved fully coupled using an approximation of the
transport equations as an interpolation function. Two velocity fields are maintained, a convecting and a
convected field. The method is applicable to all element forms and has been successfully implemented
in a commercial computational fluid dynamics code, TASCHlow [144]. With the Swaminathan/Voller
approach, the methods of streamline upwinding and pressure stabilization are adapted from
finite-element methods. There is only a small amount of literature on this particular CVFEM.

The following historical synopsis of CVFEM’s addresses research for solving the pressure-based
incompressible Navier-Stokes equations and the more elementary convection-diffusion equations.

1966 Winslow [171] presents a control volume formulation for a Poisson equation based on linear
triangular elements. This work is important because it is one of the first applications of the finite
volume method on unstructured meshes.
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1980 Ramadhyani and Patankar [172] compare the accuracy of the Galerkin finite element method
with a control volume method for the Laplacian operator. They use bilinear shape functions and
rectangular elements, where the control volume method uses the bilinear shape functions as
interpolation functions. The numerical errors of the control volume method are half those of the
finite element method.

Baliga and Patankar [164] introduce a flow-oriented upwind interpolation for
convection-diffusion problems on triangular elements, a refinement of 1978 dissertation
work [165]. The upwinding is introduced through an interpolation function based on a locally
analytic solution to the velocity-aligned transport equation, resulting in exponential shape
functions. They solve both radial heat conduction in a rotating hollow cylinder for Peclet
numbers up to 100, and the transport of a step scalar field, all with specified velocity fields. The
directional upwinding provides better solutions than uniform first-order upwinding.

1983 Baliga and Patankar [166] develop a mixed-interpolation scheme for solving the Navier-Stokes
equations with heat transfer on triangular elements. The mixed interpolation keeps the pressure
from decoupling from velocity. The pressure is solved by applying the continuity equation over
macro-triangles. The interpolation function for the convecting velocity contains the pressure
gradient. Each macro-triangle is subdivided into four sub-triangles for the momentum and
energy equations. The flow-oriented upwind scheme is used to interpolate velocity and
temperature for their respective transport equations. The velocity is assumed to vary linearly over
the element for computing mass flow rates. The equations are solved in a segregated manner
using an approach similar to the SIMPLER method [170]. This work is the first application of
the CVFEM for the Navier-Stokes equations.

Baliga, Pham, and Patankar [173] apply the mixed-interpolation scheme [166] to fluid flow and
heat transfer. They solve flow between rotating cylinders for Reynolds numbers up to 1000, fully
developed flow in a square duct with a laterally imposed velocity for Reynolds numbers up to
100, natural convection in rectangular enclosures for Rayleigh numbers up to 10°, and natural
convection in a trapezoidal enclosure for Rayleigh numbers up to 108.

1985 Prakash and Patankar [174] solve the Navier-Stokes equations with an equal-order interpolation
for velocity and pressure on triangular elements. The mass flow velocity, used for continuity, is
different from that derived from momentum, thus avoiding staggering or mixed-interpolation.
The flow-oriented upwind scheme is used to interpolate the convected velocity for the
momentum equation while the pressure gradient is treated as an element-constant source term.
The coeflicient matrices for momentum are used to define the velocities for the continuity
equation which include the now-unknown pressure gradient across control volume faces. They
use a pressure correction approach similar to the SIMPLER algorithm to update velocity and
accelerate convergence. The continuity and momentum equations are segregated in the solution
process. They solve flow between rotating cylinders for Reynolds numbers up to 1000, and
natural convection in a closed cavity with a Boussinesq-type buoyancy term for Grashof numbers
up to 10°. The solutions are more accurate than with the mixed interpolation scheme of
Baliga [166]. They note problems with negative coefficients during the first iterations of a
solution.
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Ramadhyani and Patankar [175] extend the flow-oriented upwind interpolation scheme from
linear triangles to bilinear quadrilateral elements for convection-diffusion problems. Three-point
quadratures (Simpsons Rule) are used to evaluate flux integrals, as in all the previously
mentioned work. They argue that one-point quadratures are less accurate because of the
nonlinear nature of the interpolation functions, but only at intermediate values of cell-Reynolds
number. They present solutions for five different test cases, including the convection of scalar
profiles and diffusion in rotating systems. After this article, there are no further publications for
quadrilateral or hexahedral elements using methods developed by Baliga, Patankar, and Prakash.

1986 Schneider and Raw [168] develop a positive influence-coefficient extension to skewed upwind
interpolation [176] for convection terms, based on 1985 dissertation work [177]. They apply the
scheme to the convection-diffusion equation on quadrilateral elements. Diffusion terms are
calculated by integrating the gradients of the isoparametric, bilinear interpolation functions.
They solve several convected-scalar cases and claim smooth solutions where the methods of Baliga
and Patankar exhibit oscillations. The skewed upwind method has less dependence on the
element orientation than flow-oriented streamline upwinding.

LeDain-Muir and Baliga [178] extend the flow-oriented upwind interpolation scheme to linear
tetrahedral elements in three dimensions for the convection-diffusion problem. Each tetrahedron
contains six control volume faces. A single unit normal is calculated for each control volume face.
For integration, each face is subdivided into two triangles. A three-point quadrature is used on
each triangular subface where the sample points are taken along the midpoints of the triangle
edges. They solve radial heat conduction in a rotating hollow sphere, scalar transport of a step
profile, and transport with radial convection between concentric spheres.

Prakash [179] modifies the flow-oriented upwind interpolation to include source terms from the
transport equations on triangular elements, with applications to the incompressible
Navier-Stokes equations. The pressure gradient in the momentum equations is treated as a
source term in the interpolation function for velocity, directly coupling the pressure to the
velocity. The source term has a streamwise-linear influence on the interpolation function. The
mass flux is calculated using the new interpolation function instead of assuming a linear
variation. The pressure is then calculated through the continuity equation by directly applying
the new velocity interpolation function, replacing the SIMPLER scheme but keeping the
segregated approach. A pressure correction step is included to make sure the velocity
interpolation function satisfies continuity. He solves flow between rotating cylinders up to a
Reynolds number of 1000, the lid-driven cavity for Reynolds numbers up to 400, and natural
convection in a square cavity for Grashof numbers up to 10°. The solutions are more accurate
than with the original collocated scheme of Praskash and Patankar [174].

1987 Schneider and Raw [122, 123] extend the positive-coefficient, skewed upwind interpolation [168]
to the incompressible Navier-Stokes equations on quadrilateral elements. They use a
element-local discretization of the transport equations to derive interpolation functions at
control volume faces that couple the velocity and pressure. The convection terms are constructed
with the positive-coeflicient, skewed upwinding. The skewed upwinding couples all the control
volume face values together within an element, so an internal matrix inversion must be applied to
calculate individual face values. The momentum and continuity equations are solved all at once
as a coupled system. They solve convection of a scalar field with a step profile, the lid-driven
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cavity for Reynolds numbers up to 1000, the inviscid forward-facing step to test the conservation
of total pressure, and flow between rotating cylinders. Grid convergence studies suggest spatial
accuracy near second order. They call their method Finite Element Difference Scheme (FIELDS).

Schneider [139] extends their algorithm [122] to cylindrical, axisymmetric coordinates and
presents solutions for the cylindrical driven cavity.

Prakash [180] examines a donor-cell method for replacing flow-oriented upwind interpolation
on triangular elements. The donor cell method provides positive coefficients, where the
flow-oriented upwinding can yield negative coefficients, leading to oscillations. The donor-cell
scheme is applied to several of the previous convected scalar problems and the thermally driven
cavity. The scheme exhibits excessive diffusion and is not generally recommended.

1988 Hookey, Baliga, and Prakash [181] modify the treatment of the source term in the flow-oriented
upwind interpolation for triangular elements relative to the previous source term modifications
of Prakash [179]. A crossflow-quadratic multiplier is added for the source term in the the
interpolation function. They apply the scheme to the convection-diffusion equation for radial
heat conduction between rotating cylinders and radial heat conduction in radial flow between
cylinders. The new source treatment proves better than the previous scheme of Prakash only
when the flow has multidimensional features.

1988 Hookey and Baliga [182] apply the flow-oriented upwind interpolation with the modified source
treatment [181] to the incompressible Navier-Stokes equations on triangles. Instead of calculating
pressure by applying the interpolation functions directly to the continuity equation as was done
by Prakash [179], a method similar to SIMPLEC [183] is used. The previous approach converged
poorly at higher Reynolds numbers. A pressure correction approach is still employed to force the
interpolation function for velocity to satisfy continuity, but with the penalty of an enlarged
stencil for the pressure-correction equation. The continuity and momentum equations are solved
simultaneously. They solve a polar lid-driven cavity for Reynolds numbers up to 380 and the
natural convection for Rayleigh numbers up 10°. Solutions are compared against results from
the older methods of Prakash [179] and Baliga [166], and prove to be more accurate.

Reviews of control volume finite element methods for fluid flow and heat transfer are given in
the Handbook of Numerical Heat Transfer by both Baliga [133] and Schneider [1s1]. They
provide implementation details for many of the methods published to date.

1992 Swaminathan and Voller [169, 184] extend of the ideas of the Streamline-Upwind
Petrov-Galerkin (SUPG) method [185] to solving the convection-diffusion equation with
quadrilateral elements. They solve several convected-scalar problems and compare the results to a
FEM implementation of the SUPG scheme. The CVFEM analog of SUPG performs just as well,
except for time accurate solutions where the phase error is larger. The SUPG method provides
better solutions than the skew upwinding or flow-oriented upwinding for heat conduction
between rotating cylinders, but worse for the scalar transport of a step profile.

Baliga and Saabas [186] provide a critical review of control volume finite element methods. They
criticize the schemes of Hookey [182] and Raw [122] for being too expensive, computationally.
They introduce the mass advection weighted scheme of Saabas where he adapts the concept of
positive influence-coefhicients from Schneider and Raw to the formulation of Baliga and Prakash.
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They call the original flow-oriented upwind scheme of Baliga and Patankar FLO, the source-term
modified scheme of Prakash FLOS, and the mass advection-weighted scheme of Saabas MAW.
The FLO(S) schemes result in mixed-sign off-diagonal coefhicients if the triangular elements are
obtuse, potentially admitting oscillations. Additionally, many of the schemes developed to date,
for CVFEM, over-specify the pressure boundary conditions, leading to poor convergence.

Naterer and Schneider [187] extend the approach of Schneider and Raw [122] to compressible
flow. An explicit predictor-corrector time integration is used for transient solutions. The
influence-coefficient matrices are used to interpolate density, velocity, and internal energy at
control volume faces at an intermediate time level. These values are then used to correct the state
variables using a forward Euler integration. They solve a transient shock tube problem for an
initial pressure ratio of 10, flow through a converging-diverging nozzle with an area ratio of 2, and
Mach 3 supersonic flow over a forward-facing step.

1993 Swaminathan, Voller, and Patankar [188] extend the streamline-upwind Petrov-Galerkin method
and the pressure-stabilized Petrov-Galerkin [185] method to a conservative form for the control
volume finite element method. The streamline-upwind control-volume, pressure-stabilized
control-volume (SUCV/PSCV) method is applied to the incompressible Navier-Stokes equations
with quadrilateral elements. They evaluate the integrals using mid-point quadrature and solve
the segregated equations using a SIMPLER approach. They solve the lid-driven cavity ata
Reynolds number of 400, natural convection in a square enclosure for a Rayleigh number of 107,
and natural convection in a cylindrical annulus at a Rayleigh number of 1,

1994 Saabas and Baliga [189, 190] adapt the positive influence-coefficient scheme of Schneider and
Raw [122] to triangular and tetrahedral elements and call the method mass advection weighting
(MAW). They introduce a new control volume construction for tetrahedral elements. Their
tetrahedral element contains one four-point planar face and two three-point planar faces, whereas
the control volume construction of LeDain-Muir [178] contained six four-point surfaces. The
reduced number of control volume faces makes the MAW scheme less expensive to apply, but the
element shape functions become dependent on the shape of each element. They solve for
pressure using the original approach of Prakash [174] with a SIMPLER method. The solution
technique is segregated. For solving practical problems, they recommend using the FLO scheme
for the convection terms and switching to the MAW scheme only if there are problems with
negative coeflicients. They advise against using the FLOS schemes of Prakash [179] and
Hookey [182] because they typically do not provide enough improvement in accuracy to justify
their slower convergence properties. Additionally, they claim that carrying pressure gradient
terms in the velocity interpolation function requires the boundary conditions for pressure to be
over-specified for inflow/outflow problems. They solve the 2D lid-driven cavity for Reynolds
numbers up to 1000, 2D turbulent flow over a backward-facing step using a k — € turbulence
model for a Reynolds number of about 10, 3D natural convection in a cavity for Rayleigh
numbers up to 10%, and a turbulent jet injection into crossflow for jet Reynolds numbers up to
53600. The MAW scheme is required for the jet problem because of negative coefficient
problems with the FLO scheme.

Masson, Saabas, and Baliga [191] extend the MAW scheme of Saabas [189] to axisymmetric flows
with triangular elements. They solve developing pipe flow for a Reynolds number of 40, pipe
flow with a step constriction up to a Reynolds number of 1000, natural convection in a
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cylindrical enclosure for a Grashof number of 2 and Prandtl number of 2500, and flow through
and arterial section for Reynolds numbers up to 350.

Masson and Baliga [192] apply the MAW scheme of Saabas [189] to dilute-particle flows with
triangular elements. They solve equations for the gas phase and the dispersed phase. They solve
for flow through a constricted channel for a Reynolds number of 100 and Stokes numbers
between 1072 and 10, and for flow in a split inertial separator for a Reynolds number of 200.

Karimian and Schneider [193] improve the velocity-pressure coupling of the original
Schneider-Raw scheme [122]. The original scheme, referred to as FIELDS, has poor performance
for inviscid flow. They improve the coupling by adding a discrete continuity relation to the
interpolation functions for the convecting velocity. The additional terms help smooth
oscillations that occur for a mass sink test problem. They verify the new interpolation function
on the lid-driven cavity for Reynolds numbers up to 3200, and the backward-facing step for
Reynolds numbers up to 230.

Karimian and Schneider [194] extend the method of Schneider and Raw [122] to both
compressible and incompressible flow for the quasi-one-dimensional Euler equations. They solve
for flow through a converging-diverging nozzle with an area ratio of 2.035 with and without a

shock.

Deng et al. [195] present a new flux reconstruction scheme to replace the FIELDS scheme of
Schneider and Raw [123]. They note that the FIELDS scheme is similar to the original work of
Rhie and Chow [121] who where some of the first researchers to solve incompressible flow on
collocated grids. Deng takes features of both schemes to create a compact reconstruction that
does not require matrix inversions to calculate the integration point values in terms of nodal
values. Since they question the consistency of the FIELDS scheme, they call their new scheme
consistent physical interpolation (CPI). They apply the scheme to two and three-dimensional
Navier-Stokes calculations on structured Cartesian meshes. They solve the lid-driven cavity for
Reynolds numbers up to 1000, a 3D lid-driven cavity for Reynolds numbers up to 1000, and
turbulent vortex shedding over a square cylinder for a Reynolds number of 22000.

1995 Costa ez al. [196] apply the MAW scheme of Saabas [189] to three-dimensional turbulent flows
with tetrahedral elements. They solve a turbulent jet injected into a crossflow for jet Reynolds
number up to 53600, and flow through a T-junction in ducts at Reynolds numbers near 90000.

Karimian and Schneider [197] apply control-volume finite-element methods to a shock-tube

problem.

Karimian and Schneider [198] extend the FIELDS scheme and the convecting velocity
corrections to compressible flow. They solve the lid-driven cavity for Reynolds numbers up to
3200, flow over a shallow bump in a channel with Mach numbers from 0.5 to 1.65, and flow
through a ramped inlet for a Mach number of 2.5.

Padra and Larreteguy [199] develop an error estimator with mesh refinement for the
convection-diffusion equation. They use the formulation of Baliga and Patankar [164] with
triangles. Larreteguy [200] then extends the scheme to fluid flow with triangles.
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1996 Harms ez al. [201] introduce a simplified interpolation function for the control volume finite
element method. They develop a method for applying analytic shape functions on
nonorthogonal meshes. They apply the scheme to flow between rotating cylinders for Reynolds
numbers up to 1000 and the scalar transport of a step profile.

Comini et al. [202] compare CVFEM and GFEM formulations for the convection-diffusion
equations.

Neises and Steinbach [203] develop a control volume finite element method based on a mixed
interpolation approach to facilitate pressure-velocity coupling and artificial dissipation for
convective stability. They begin with a Galerkin finite element method and then manipulate

off-diagonal terms to force conservation. They solve a laminar, 3D obstructed channel flow for
Reynolds number from 0.1 to 50000.

Vélker, Burton, and Vanka [204] apply a multigrid solution technique to a control volume finite
element method on triangular elements. Linear interpolation is used throughout the triangles
with a three-point quadrature to integrate fluxes. The pressure is solved using the SIMPLE
method. They solve natural convection problems in square, triangular, and semicircular cavities

for Rayleigh numbers up to 108,

Botta and Hempel [205] describe a finite-volume projection method for unstructured, triangular
meshes with element-centered variables.

1997 Darbandi and Schneider [206] develop a scheme for both compressible and incompressible flow
using a momentum variable formulation of the Schneider/Raw scheme [122, 123]. The
interpolation formula for the convecting velocities is derived from an approximation of the
momentum equation with an additional velocity-weighted continuity equation term. Solutions
are demonstrated for velocities up to Mach o.9.

Baliga [207] gives an overview of the control volume finite element method as applied to fluid
fow.

1998 O’Rourke and Sahota [208] develop an edge-based scheme in 3D for the convection operator.
The convection operator is constructed from a multidimensional upwind scheme. Within each
element, the quadrature points are associated with edge mid-points instead of sub-face
mid-points, so the amount of work is reduced over the traditional CVFEM.

Gresho and Sani [209] compare CVFEM methods to GFEM methods.

Venditti and Baliga [210] describe an error estimation strategy for incompressible flow with
CVFEM.

2001 Reyes, Rincon, and Damia [211] present a CVFEM approach for turbulent flow with wall
functions.

Campos Silva and de Moura [212] present a method for 9-noded quad elements with the mass
advection weighted scheme.

2002 Zhao, Tai and Ahmed [213] implement a 2D CVFEM on triangles for micro flows. They use an
upwind scheme where nodal gradient are used to reconstruct the high-order fluxes at the control
volume faces.
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With respect to fluid flow, the CVFEM methods have been developed primarily for triangular and
tetrahedral elements [164, 166, 174, 178, 179, 181, 182, 189, 191]. Development focused on triangular and
tetrahedral elements because the shape functions are linear and gradient terms become constant over the
element. Constant first derivatives simplify the formulation of many of the schemes. Fewer articles have
been published on the use of quadrilateral elements [175, 168, 122, 169, 188] in two dimensions and no
articles have been published for CVFEM with hexahedral elements in three dimensions. In addition,
there have been CVFEM formulations for the streamline-vorticity equations [214, 215, 216, 217, 37, 218],
for the heat equation [167, 219, 220, 221, 222, 223, 224, 225, 226], for flow in porous

media [152, 227, 228, 229, 230, 231, 232], for overland flows [233, 234], and for linear elasticity [235, 236].
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9. TURBULENCE MODELING WITH
V2-F TRANSPORT EQUATIONS

The level 1 turbulence model in FUEGO is the standard & — € turbulence model with constants and
wall functions established for forced convection flows. The va2-f turbulence model is a modified k — ¢
turbulence model [21] that has been implemented and evaluated recently for several flows without [237]
and with [238] heat transfer in the Sandia research code CURRENT [239]. The v2-f model has been
implemented in FUEGO recently as an unsupported feature. As an initial test of the FUEGO
implementation, model results for a fully developed, isothermal, turbulent flow in a channel are
compared with results from a 1D code [240]. Using 60 non-uniformly spaced grid points across the
half-height of the channel, good agreement is obtained for a channel flow at Rej, = uqh/v = 13,800
where h is the half-height of the channel and u, is the centerline velocity. This grid results in

yT = yu, /v = 0.5 at the center of the subcontrol volume that is adjacent to the channel wall.

The next steps will be to compare the model for heat transfer with other model results and experiments
in flow regimes of forced and mixed convection for several flow geometries (channel or tube flow,
stagnation flow and separated flow). While the forced flow results can be compared with other
numerical and experimental work, there is much less information available for the mixed convection
regime.

APPENDIX A. INTRODUCTION

Although radiation is the dominant heat transfer mechanism in a pool fire, convection can be
significant for some conditions. The convective heat transfer regime most likely to exist in a pool fire is
turbulent mixed convection where both buoyancy and forced flow effects (due to external wind or air
flow induced by the large density changes associated with the fire) can be important. The flow regimes
and geometries encountered range from flow over a flat surface (e.g., the ground) to impinging and
separated flow (e.g., objects lying on the ground either in or adjacent to the fire). Turbulent transport
processes are typically modeled using the Boussinesq hypothesis to relate the turbulent transport terms
(stresses or fluxes that result from averaging the dependent variables in the conservation equations) to
the mean rate of strain. For example, the Reynolds stresses are often modeled as:
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1

where £ is the kinetic energy of turbulence, §u§u;, and 1, is the turbulent viscosity, which in the widely

used £ — € model of turbulence is given by:

k,2
Ht = Cup?§ (9.2)
€ is the mean viscous dissipation, defined by:
_(ou  Oup\ Ouj
c=v 6:1:j * 8:1:1 ij <93)

In the standard form of the & — € model (Launder and Spalding [38]), which we are using in the level 1
fire code modeling, the transport equations for k and e are given by:
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and C,, = 0.09, C,, = 1.45,C,, = 1.92, 04, = 1.0, 0. = 1.3.

The above constants have been determined through extensive numerical studies on primarily
isothermal, high Reynolds number, turbulent shear flows. The boundary conditions for the transport
equations in turbulent flow have traditionally involved the use of wall functions to avoid the
computational cost of resolving the very steep gradients of the variables near the wall. These wall
functions assume knowledge of the profiles of the variables (e.g., velocity and temperature) near the
wall, and in the case of the turbulence parameters assumptions are made about the transport processes
in the wall region (e.g., production and dissipation of turbulent kinetic energy are in balance).

Alternatively, if computational costs are not a concern, the wall function approach is abandoned;
instead, a fine grid is used near the wall and boundary conditions are applied directly at the wall (e.g.,
zero values of the velocity components, specified temperature, k = 0 and € = 00). In this case (referred
to as the low Reynolds number modification to the standard & — € model of turbulence, Jones and
Launder [34]), however, the coefficients in the above equations are no longer constant but become
dependent on the distance from the wall (modeled using damping functions). A review of the low
Reynolds number turbulence models is given in Patel et al. [241]. Both wall functions and damping
functions require empirical information or assumptions about the gradients of the variables near a wall;
neither case is desirable, since a primary reason for solving transport equations is to predict the spatial
variation of the dependent variables. Recently, Durbin [21] has presented the v2-f modification of the
k — e turbulence model that avoids both wall functions and damping functions by solving two
additional transport equations. The model has been tested for several forced convection flows,

with [242] and without [243] heat transfer; more recently it has been applied successfully to convective
heat transfer problems in stagnation flow with (Parneix et al. [244]) and without (Behnia et al. [245])
separated flow regions.
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APPENDIX B. THE V2-F MODEL

Durbin [21] introduced a method for handling the wall region without using either wall functions or
damping functions. In his method a fine grid is required near the wall (e.g., the first grid point is
typically within one dimensionless unit of distance from the wall where the coordinate normal to the
wall is nondimensionalized with the inner scale for a turbulent boundary layer, y* = yu, /v < 1 at the

first grid point, where . is the friction velocity, / 7,/ p). The model employs two transport equations
in addition to slightly modified k& — € equations to account for the nonhomogeneous region near the
wall. The eddy viscosity is formulated using the component of turbulent kinetic energy normal to the
wall for velocity scaling (instead of using V/k as done in the standard k — € model):

M = CupﬁT' (9-7)

The time scale, 7', is the usual time scale, k /€, away from the wall region; however, near the wall, if & /¢
becomes smaller than the Kolmogorov time scale, \/7//¢, then the latter is used for 7". The model

includes a transport equation for v2:
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An elliptic relaxation model equation is formulated to solve for the variable f in the above equation.
The purpose of the elliptic relaxation model is to account for nonlocal effects such as wall blocking; the
equation is given by:

2/3 —v2/k 2 e
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The turbulent kinetic energy equation 9.4 remains the same in the v2-f model; however, the dissipation
equation 9.5 is modified as follows:
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The time and length scales in the above equations are given by:
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and the constants are given by: C’e’l = Cy (1 + 0.045 /{;/W), C, =14,C, =19,C, =0.22,
Ci=04,C,=03,a=06N=6,C;, =0.23,C, =70,0. =1.0.

Boundary conditions at a no-slip, solid wall are given by:

k= o¥=f=0 (9.15)
e = 2wk(1)/y(1)* (9.16)

where k(1) and y(1) are the turbulent kinetic energy and the normal distance from the wall at the
center of the subcontrol volume that is adjacent to the wall. The € condition at the wall node is
determined by weighting the above expression for each subcontrol volume associated with the wall
node by the subcontrol volume wall surface area, accumulating the values for all the subcontrol volumes
that make up the boundary control volume associated with the wall node, and dividing by the total wall
surface area for the boundary control volume.

APPENDIX C. TEST PROBLEM

The equations and boundary conditions for the v2-f model have been implemented in FUEGO. A 1-D
code for solving the equations of fully developed, isothermal, turbulent flow in a channel was obtained
from Durbin [240] and is used here to verify the model implementation. The Reynolds number chosen
for the verification test is Rej, = uqh/v = 13,800 where h is the half-height of the channel and u,, is
the centerline velocity. This condition was chosen for verification and validation purposes because it has
been studied thoroughly both experimentally [246] and numerically [247]. From [246],

U /uq = 0.0464 at Rej, = 13,800, and o = 3.175cm. Properties of nitrogen at 300K, ratm are used
in the FUEGO calculations: p = 1.138x1073g/cm?® and 4 = 1.813x10™*g/cm — s. This gives a
Reynolds number based on the friction velocity u, and the channel height 2h of 1280.6 to use in
Durbin’s 1D channel code. The profiles of velocity, turbulent kinetic energy k, turbulent dissipation
rate €, and v2 computed from the 1D simulation are used as inlet profiles for the FUEGO (version 0.5.2)
calculation. The 3D FUEGO simulation included one element in the lateral (2) direction; symmetry
conditions were imposed on the minimum and maximum z planes; symmetry was also imposed at the
channel centerline (y = 0). Outflow boundary conditions with p = 0 were imposed at the outflow
boundary (z = 8cm). Three different meshes were used to discretize the half-width of the channel: a
fine mesh with 26 nodes where the smallest to largest mesh spacing ratio was 0.37s; a finer mesh with 40
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nodes where the smallest to largest mesh spacing ratio was o.1; and a finest mesh with 60 nodes where
the smallest to largest mesh spacing ratio was 0.075s. For these meshes the values of y ¥ (= (h — y)u, /v)
at the center of the subcontrol volume that is adjacent to the channel wall are ~ 3,1, and o.s,
respectively. The finest mesh FUEGO velocity profile at the outlet of the channel (x = 8cm) is
compared with the 1D profile and with the experimental data of Hussain and Reynolds in the near wall
region in Figure C-1. The velocity in Figure C-1is normalized with the centerline velocity; the distance
from the wall, A — v, is normalized with the half-height of the channel h.

Near—wall velocity profile
turbulent channel flow; Re_h = 13,800

0.8 - T - T - T - .
D
0000 Qo
500 o9
0.6 o© i
(@)
@]
S O/// |
N 4 .
S V
/) J
/
0.2 / O Hussain data —
Fuego vaf (finest mesh)
——=— Durbin 1D .
0.0 1 | 1 1 1 | 1 I 1
0.00 0.02 0.04 0.06 0.08 0.10
(h=y)/h

Thu Mar 7 14:47:39 2002
Figure C-1.. Near wall profiles of velocity, Re=13,800 (fuego-0.5.2).

Velocity profiles across the half-width of the channel are shown in dimensional form in Figure C-2.
Included in the Figure is the velocity profile from a FUEGO k — € calculation which solved the &
transport equation for the control volume adjacent to the wall and used the code option wuse equilibrium
production model. The k — € calculation used 10 equally spaced elements across the channel half-height
and is described in detail in the verification chapter of this document dealing with wall functions in
turbulent flow.

The finest mesh FUEGO turbulent kinetic energy profile at the outlet of the channel (z = 8cm) is
compared with the 1D profile and with a % profile formed from a combination of the experimental data
of Hussain and Reynolds for v/ 2 and the LES calculation of Moin and Kim for v’ and w'? in the near
wall region in Figure C-3. The k values are normalized with ...

The variation of turbulent kinetic energy across the half-height of the channel is compared with
Durbin’s 1D profile in Figure C-4. A profile of & computed using the k& — € model is included for
reference.
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fully developed turbulent channel flow
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Figure C-2.. Profiles of velocity, Re=13,800 (fuego-0.5.2).

The variation of turbulent dissipation across the half-height of the channel is compared with Durbin’s
1D profile shown in Figure C-5. A profile of € computed using the & — € model is included for
reference.

Profiles of € normalized with //u.? in the near wall region are shown in Figure C-6 as a function of y
for the three meshes and compared with Durbin’s 1D profile. Good agreement is obtained for the finest
mesh.

Profiles of v2 across the half-height of the channel at the channel exit ( = 8 cm) for the three meshes
are compared in Figure C-7 with the 1D profile of Durbin. Good agreement with the 1D profile is
obtained for the finest mesh FUEGO calculation; note that for the finest mesh 3™ at the center of the
subcontrol volume that is adjacent to the channel wall is ~ o.s.

APPENDIX D. NUMERICAL IMPLEMENTATION ISSUES
AND DETAILS

In the course of verification and validation of the v2-f model in Fuego, several convergence related issues
have emerged. Poor and/or lack of convergence that did not respond to modifications in the CFL
criterion or the underrelaxation factors or the projection scheme became severe issues for the turbulent
mixed convection flat plate validation study. As a result, some rather drastic steps were taken to obtain
convergence.
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Near—wall turbulent kinetic energy profile
turbulent channel flow; Re_h = 13,800
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Figure C-3.. Near wall profiles of turbulent kinetic energy, Re=13,800 (fuego-0.5.2).

First, the order of solution and update of the turbulence variables was modified. The resulting order of
solution and update became the following: (1) solve the f equation and update f; (2) solve the k
equation, then the epsilon equation, and finally the v2 equation; (3) update k, epsilon, and v.

Second, as noted in the model formulation above, the time scale used in the f and v2 equations differs
from the time scale used in the epsilon equation and the turbulent viscosity formula; 7' (no realizability
constraint) is used in the f and v2 equations, whereas T (including the realizability constraint) is used in
the epsilon equation and turbulent viscosity. Also, Durbin’s original model has epsilon/k in the sink
term in the v2 equation; this has been replaced by 1/77 as noted in the above model formulation. This
modification was determined by Svengingsson to have a large stabilizing effect on the v2-f model in
solutions of gas turbine flows. Usage of the realizability constraint in the time scale in some of the
turbulence equations and not others has appeared on and oft in publications of the v2-f model over the
years.

Third, apply limiters to the time and length scales and to the source terms in the turbulence equations
and the coeflicient of the production term in the epsilon equation. These limiters have been hardwired
in the code (must be changed in source code and then the code is recompiled); they serve to allow the
v2-f model to adjust to the initial condition. Once the adjustment is made, then the limiters can be
removed and the simulation remains stable. Without the use of limiters, the model can be unstable.
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Figure C-4.. Profiles of turbulent kinetic energy, Re=13,800 (fuego-0.5.2).

APPENDIX E. PLAN

The goal is to have a model for turbulent mixed convection heat transfer in FUEGO that provides a
more accurate prediction of the convective heat transfer to surfaces in or near fires than the standard
k — € model provides without increasing the cost dramatically. The va-f model seems to be a good
starting point for such a model. The next steps will involve applying the model to solve for the
convection heat transfer in flow regimes of forced and mixed convection for channel flow, boundary
layer flow, and separated flow. Comparisons will be made with published numerical solutions and
experimental data. While the forced flow results can be compared with other numerical and
experimental work, there is much less information available for the turbulent mixed convection

regime.
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10. BUOYANT VORTICITY
GENERATION MODEL

The turbulence models most commonly employed in commercial fire CFD tools (or production codes,
i.e., codes that are not research codes) are based upon the k£ — € model of turbulence [38, 34]. Such
models have well-known strengths and weaknesses, and are used primarily because they are robust, i.e.,
they yield reasonable results for many different scenarios of interest. The use of the & — € turbulence
model for fire simulation is somewhat surprising, as the model was derived for flows with primarily
shear-generated turbulence, whereas fires are flows with primarily buoyancy-generated turbulence.
Most CFD fire simulation tools employ a standard k£ — € turbulence model (some with low Reynolds
number modifications). When fires in enclosures are simulated, a correction term is often included to
account for thermal stratification effects that tend to dampen turbulent kinetic energy in the hot gas
layer near the ceiling of the enclosure (cf, [248]). This correction was first suggested by Rodi [32], and
is referred to herein as ’Rodi’s term.” In some of the results that follow, reference is made to the standard
k — € model.” This is assumed to include Rodi’s term for buoyant turbulence, as his model is standard’
for most of the literature regarding conventional CFD fire simulations.

.1. The Present Work

The goal of the present work is to develop a model of buoyancy-induced turbulence for pool fires using
a buoyant vorticity-based generation mechanism. The models developed previously (cf, [31], while
promising, had several shortcomings that needed to be overcome. First, the authors believed that the
model needed to be put on a more solid theoretical foundation. Chomiak and Nisbet [249] had relied
upon similarities to flows involving bubble dynamics in developing key parts of their formulation.
Second, the previous model relied upon an upper limit on the buoyant production term. This limit was
felt to be a severe hindrance in applying the model over a broad range of fire environments, and
therefore a significant shortcoming. Third, previous models yielded a build up of eddy viscosity not
only in the plume, but also in regions far removed from it. In view of these shortcomings, it was deemed
necessary to develop another model of buoyancy-generated turbulence for pool fires.

.2. Model Development

The standard equations relevant to momentum transport and turbulence are presented first to establish
a background. This is followed by a derivation of the buoyancy-generated turbulence modifications for

the modeling of pool fires.
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The momentum equation (written in integral form) can be written as:

/ ag?dv+ / pilsiin;dS+ / pridS = / TimdS — / i ”"Jd“/ 0= pe)gudV” (o)

where variables with an overbar are Reynolds averaged, variables with a tilde are Favre-averaged (density
weighted), and the double prime (") indicates a fluctuation. The second to the last term on the right
hand side (RHS) involving the velocity fluctuations is commonly referred to as the Reynolds stress
term. It is this term that requires modeling in order to close the set of equations (which also includes

conservation of mass, species, and energy (or enthalpy)).

Invoking the Boussinesq eddy viscosity assumption, the Reynolds stress term can be written as:

i “t(axﬁax) 3(’)“‘”3 k>5”

9 _
T — gpk&j, (10.2)

where mu, is the turbulent eddy viscosity, snd is given by the Prandtl-Kolmogorov relationship,

kQ
Ut = C/"ﬁ? (10'3)

When expressions for k and /epsilon are put forth, then the Reynolds stress term can be evaluated, a
closed set of equations is obtained, and a solution to the suite of momentum, mass, species, and
enthalpy equations can (in theory) be obtained.

The standard form of the k — € equations for buoyant flow is modified as follows. The equation for
turbulent kinetic energy (see Equation 2.103 for the original form) can be written as

apde + /ﬁlzrﬂjnde = / pe Ok ——n;dS + / (P, — pé+ Gp)dV. (10.4)
ot O 0.27]

The term G represents a source term due to buoyancy, and needs to be modeled (the term P, is the
standard source term due to shear). The equation for the dissipation of turbulent kinetic energy (see
Equation 2.104 for the original form) can be written as

Opé - 0€ € .
apt dv + / péin;dS = / gt 545 + / 7 (CaP = Copé + CaGr) V. (103)

The term G p appears in this equation also.
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3. A new model for buoyancy generated turbulence

In view of the limitations and weaknesses of previous models, the development of a new model was
undertaken. From Equation 2.103 we note that:

%dv = /GBdV. (10.6)

Since we are using a k — € based turbulence model, shear-generated turbulence influences the
momentum equations through a turbulent eddy viscosity (or diffusivity). Therefore, we want the
influence of buoyancy-generated turbulence to manifest itself also as an eddy viscosity. From
Equation 2.107, we can see that, for the shear-generated turbulence case:

k? k
e = Cﬂﬁ? = Cuﬁzk k. (10.7)

Since we want the same effect (i.c., the same eddy viscosity) when the turbulence is buoyancy-generated,
we can write

fe = s (10.8)

(8) From Equation 10.7 and Equation 10.8, we can derive a relationship between the
buoyancy-generated turbulence quantities and the shear-generated turbulence quantities that will
ensure proper representation of the eddy viscosity for the buoyancy-generated turbulence case,

kTS == kBTB (10-9)

where the subscript s indicates a shear-related quantity, and the subscript B represents a
buoyancy-related quantity. Note that we could also write as k = ks, but have chosen to not include the
subscript s on k (and below on epsilon) in order to be consistent with the previous equations and
naming convention. Rearranging equation Equation 10.9,

kg = L) (10.10)
B

The appropriate time scale for shear-generated turbulence is given by:

Ty =K

(10.11)
€

With proper representation of both kp and 75 for buoyancy-generated turbulence in Equation 10.10,
then the proper impact of buoyancy-generated turbulence on the momentum equations (via
Equation 2.107) will be obtained.
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An appropriate time scale for buoyancy-generated turbulence can be deduced by noting that the
turbulence in pool fires is generated primarily as a result of buoyant vorticity generation (for a more
detailed discussion, see [47] ). From the vorticity equation, we note that

a_w 1 iGraalRacGraalP (10.12)
ot 72 72
where the double vertical bars indicate that a magnitude must be taken (since the resultant of the cross
product is itself a vector). This time scale is based on the mechanism for buoyant vorticity generation
(BVG), and is inversely proportional to the square root of the cross product of the local density gradient
and the pressure gradient. Making use of equations and r10.12 and 10.11 we can re-write Equation 10.10
as:

Or, making use of equation (3):

(14)

Examining equation (6), and noting that GB can also be related to the rate of change with time of the
buoyancy-generated turbulent kinetic energy, , we can re-write (6) as:

(15)

Adding in a constant of proportionality, CBVG, the source term to the k-equation due to
buoyancy-generated turbulence becomes:

(16)

Note that CBVG is not the only constant that must be determined for the model. The equation for the
dissipation of turbulent kinetic energy, equation (s), also contains a constant (C??) that must be
determined. The determination of these two constants is done by comparing the results of the model to
experimental data. Calibration of these constants is presently underway.

4. Implementation Issues

If the present model is implemented into a code which uses an essentially incompressible scheme, it has
been observed that there can be problems with the model during the first several time steps. The large
pressure pulse that occurs upon startup results in very high values of the pressure gradient. Although
this pressure pulse generally only lasts for the first several time steps, it can wreak havoc with the
solution by generating significant values of Gy, in regions far removed from the plume itself.

5. Summary

This new model is hereafter referred to as the BVG model (for Buoyant Vorticity Generation model),
and has also been implemented into the Sandia VULCAN fire simulation. The model appears to work
for non-reacting as well as reacting buoyant flows. Work is underway to calibrate the constants against
experimental data.
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11. PROPOSED RESTART FIX FOR DT
SCALING ALGORITHM

A solution to the fuego restart problem, within the context of the “dt” scaling algorithm, is provided
herein. The development of the algorithm, which centers about the construction of the appropriate
mass conserving integration point mass flow rates, provides a method for calculation of the appropriate
mass conserving integration point flow rates that is strictly a function of the previous projected pressure
and velocity field. Moreover, the interpolation provides for a more satisfying method for cases of
variable density. Therefore, this method requires no framework necessity of integration point data
structure saving. The equivalence of this new interpolation formula with the slightly corrected current
formulation will be demonstrated.

It is important to note that the traditional Rhie-Chow scaling, which requires the “old” mass flow rates
at integration points still requires the framework capability of data structure restart support at
integration points.

The derivation begins with the development of the “dt” scaling algorithm adopted by Jones. For
completeness, the following derivation is again repeated.

The form of the convecting velocity as derived from a semi-discrete form of the momentum equations is
similar, except that the pressure gradient scaling term is the limiting value for small time step. With this
form, the transient correction term is not required.

The derivation begins with the semi-discrete formulation of the momentum equations,

p" UM = p" UM + At (B 4+ b;) — AtVp; B

where Fi"Jrl represents the convection and diffusion terms and b; contains the non-solenoidal stress and
any potential buoyancy terms. An analogous form of a semi-discrete integration point velocity can be
written as,

Pttt = prult + At (FR + by,) — AtVpRL! (ir.2)

p

Equation 111 is rearranged to provide the following term in Equation 1r.2,

pZDuZ) + At (F?;Jrl -+ bip) = panZn + At (En+1 + bz) = pin+1UiTL+1 + Ath:‘ (11.3)
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The results from Equation 11.3 are substituted within Equation 11.2 to yield the final form of the face
mass flow rate,

P = Nipt U + At >N Y Gigpy — Vpi'™ (11.4)
i i j

The above equation is approximated and implemented within Fuego as,

pru%ﬂ = Pip Z N;U; + At Z N; Z Gyp; — Vp;-?l (1Ls)
() i i

where the * represents the provisional scalar value; the most current density is discussed in
Section §.3.2.

In the proposed method, however, let us not make the assumption of somewhat constant density
thereby retaining Equation 11.4 as the form of the convecting velocity.

It is now important to note that the use of the convecting velocity formula based on interpolated values
from the momentum field includes a error term that is due to the fact that the discrete momentum
equation was solved to a user specified tolerance. In reality, this is not such a great issue when compared
to the staggered grid community as the convecting velocities used for the continuity equation are the
velocities that result from the momentum solve.

Equation 11.4 is substituted within the discrete continuity equation to form the pressure equation.
Once the continuity equation is solved, the new pressure field is first applied within Equation 11.4, to
obtain the conserved mass flow rates and then within the nodal velocity correction to obtain the
appropriate nodal velocity field, Equation 11.6

pIUIT = pUF = ALY Gy (ot = ) (11.6)

J

It is now proposed that the equivalent form of Equation 11.4 can be written as,

Pt = Nt UM + ALY N> Gyprtt — V! (11.7)
% i j

where it is noted that provisional values are substituted by the projected variables.

Upon adoption of the above equation, the mass conserving flow rates can be determined by the latest
projected velocity and pressure field. Therefore, without approximation, the appropriate mass flow
rates can be computed upon restart. This statement, the equivalence of Equation 11.7 and Equation 11.4,
is easily verified by substitution of the rearranged nodal correction equation, Equation 11.6, within
Equation 11.7,
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Pt =3 NiptUp=At Y N> Gypi T ALY TN Y Gyupi ALY N> Gyprt - Atvprt
% 7 J % 7 i J

(1.8)

= Z NZPTUZ* + At Z Nz Z G”p; - szb;—l (11'9)
i i J

Therefore, having shown the equivalence of these two equations it seems that the ability to use restart
for the dt scaling algorithm is complete.

Note that use of Equation 11.7 would require a different placing of the nodal pressure gradient
evaluation and a slightly different weighting of the nodal mass flow rate within the velocity
interpolation routine.

At this point, I do not recommend that we change the form of the integration point velocity formula
other than to include the proper presumption that density is not constant, Equation 11.4. In fact, due to
inconsistencies between the presumption of constant density, e.g., Equation 1.5, the equivalence
between Equation 11.5 and Equation 11.7 can not be demonstrated. However, the justification for this
shortcut approach has never been justified by a sensitivity of this interpolation in variable density

flows.

Therefore, Equation 11.7 will only be used upon restart.
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12. VIRTUAL THERMOCOUPLE MODEL

The purpose of the virtual thermocouple model as implemented in Fuego and Syrinx is to approximate
the temperature that would be obtained from a thermocouple, given the results of a CFD simulation.

APPENDIX A. THEORETICAL DESCRIPTION OF THE
MODEL

Neglecting conduction through the thermocouple, the governing equations describing heat transfer to
the thermocouple are written as

oT
P‘vatca =V- qr — hAtc (T - Too) ) (12-1)
or alternatively,
oT
/pcpa dV = ]{qr ‘ndA — fh(T —Tw) dA, (r2.2)

where q,. is the radiative heat flux vector, h is the turbulent heat transfer coefficient, and T, is the
surrounding gas temperature. In equation (12.2), the integrals are evaluated over the surface of the
thermocouple.

A.1. Convective Heat Flux

The heat transfer coeflicient is given in terms of the Nusselt number, the gas phase thermal
conductivity, and the pertinent thermocouple length scale, £, as

ht
Nu = Y (12.3)
Correlations for Nusselt Number
The Nusselt number is given as a function of the Reynolds and Prandtl numbers by the following
correlation, obtained from Incropera & Dewitt (1996) for a cylinder in cross-flow:
0.62Re/2Prl/3 Re 58] 1/°
Nu =03+ 7 < ) ; (12.4)
[+ (0.4/Pr)2/3])" 282,000
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with the Reynolds number and Prandtl number given by

Re — UslPg pp— ot

(r2.5)
Hg Ag

The subscript g emphasizes that these properties are evaluated in the gas phase. The length scale, /, is

the thermocouple diameter. The velocity, 1, is the component of the gas velocity perpendicular to the
thermocouple.

A.2. Radiative Heat Flux

. . . . . . . o0 . . .
Given the incident spectral radiation intensity field, I = fo I, d), the total radiative heat flux in
direction s may be obtained as

2m ™
i = / / 1(0, ¢)scos@sind df do, (12.6)
o Jo
where s is the directional vector,
s = sin #sin @i + cos #j + sin 6 cos ¢k, (2.7)

as depicted in figure A-1. However, we are interested in only the heat flux incident on the faces of the

><V

Figure A-1.. Coordinate system, showing the vector s

control volume which contain the thermocouple. The incident heat flux on any surface, q{ , may be
obtained as

2T T
I — 1(0,0) F(6 fsind db d 2.
it = [ [ 1000 F6.0)cos0sin0 a0 do. (0.8)

where

F(0,¢) =max(0,—n-s), (12.9)
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and n is the outward-pointing unit-vector normal for the given surface.

Assuming that the thermocouple emits radiation according to the Plank distribution, the net radiative
heat flux at any point on the thermocouple may be written as

@ = gt —ecoT?, (12.10)

where o, and €, are, respectively, the absorptivity and emissivity of the thermocouple, and qlis given by
(12.8).

A.3. Working Assumptions

There are several working assumptions:

1. The thermocouple does not affect the flow field in any way (i.e. one-way coupling to the model).
This implies the next assumption:

2. The thermocouple exists entirely within a single computational cell. Ideally, the thermocouple
dimensions should be small relative to the computational mesh. Otherwise, the assumption that
the thermocouple does not affect the flow field is invalid.

3. Negligible attenuation of the irradiation between the edge of the computational cell and the
thermocouple surface,

4. Negligible conduction along the thermocouple.

5. Spectral emission from the thermocouple is assumed to follow the Plank distribution, i.e. the
total emissive power is proportional to 0T,

6. All thermocouple properties are homogeneous and constant (do not vary with space, or time).
7. The emissivity and absorptivity of the thermocouple are equal, e, = av.

8. The heat transfer coefficient and convective temperature, 7%, are homogeneous over the
thermocouple.

9. The thermal conductivity of the thermocouple is sufficiently large that conduction through the
thermocouple is fast relative to the convective and radiative time scales. This implies that the
thermocouple is at a single, uniform temperature.

Several of these assumptions stem from the assumption that the thermocouple exists within a single
computational cell. For a more detailed treatment, details of the thermocouple geometry must be
specified to a level where meshing the thermocouple itself may be required.
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APPENDIX B. MODEL IMPLEMENTATION

This section describes the implementation of the model, including the user interface, numerical
discretization, and solution strategy. Before discussing details, a high level description may be useful.
The radiation and CFD calculations are currently handled by different codes on (possibly) different
meshes, and are loosely coupled. It is simplest to implement the virtual thermocouple model in Syrinx,
where the appropriate machinery is available to compute the radiative heat flux. Thus, Fuego will
transfer u, A, 11, ¢, p, and Tqs = T to Syrinx, where the effective heat transfer coefficient may be
calculated. Syrinx will solve the radiation problem and then compute the effective incident radiative
heat flux to the thermocouple. All of this information will be used to update the thermocouple
temperatures on the Syrinx mesh.

Each virtual thermocouple is associated with a particular node on the Syrinx mesh. Given the element
types for all elements associated with this node, a control volume may be constructed around the node,
with well-defined faces. This will be used to construct the effective convective and incident radiative
heat fluxes to the thermocouple itself. The reason that the concept of control volumes are introduced is
because the thermocouple orientation may be important. For this reason, we must consider the
directional dependency of the incident radiative heat flux.

B.1. User Interface

The following quantities must be supplied by the user:

* Orientation. The three components of the thermocouple orientation vector must be specified.
The orientation vector need not be a unit-normal; it will be normalized internally.

* Diameter and length of the thermocouple.
* Heat capacity, density, and emissivity of the thermocouple.
* Initial temperature of the thermocouple.

* Optionally, the user may request that the steady solution for the thermocouple temperature be
found, rather than the transient solution. In this case, the initial temperature of the
thermocouple is not required.

The model may be implemented on any volume block defined on the Syrinx mesh. Within that block, a
virtual thermocouple will be implemented at each node.
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B.2. Discrete Equations
Fully Discretized Governing Equation

Given the assumptions listed in §A.3, the fully discrete equation for the thermocouple temperature may
be obtained using a backward-Euler difference in time as
1 "

T
pepVie——F—

oY Z Afcﬂ- (ozc q{ﬂ- — 8CU(Tn+1)4) — hA, (T"Jrl - TOO) , (r2.1)

where Vi, = mD?L /4 is the thermocouple volume and A;. = m#D(D/2 + L) is the thermocouple

surface area.

Equation (12.11) may be rewritten as a fourth-order polynomial in 77"+

a(T™™H* + 6T 4 ¢ = 0, (12.12)
with coefficients given by
a = €0 Z AL (12.13)
Vie
b = [)Cztt + hA,., (12.14)
_ pcp‘/tc n P I
c A7 T" — hA; T, — Z Af i Gy - (r2.15)

If requested, the model will compute the steady-state solution to (12.11) by replacing (12.14) and (12.15)
with
b = hi;, (12.16)
¢ = —hATs — Z AY, 0 q,{z (12.17)

B.3. Solution Procedure

The solution procedure may be outlined as follows

1. Obtain ¢, - the time increment over which we wish to update the thermocouple temperature.
This is nominally the timestep determined from the procedure.

2. Select At. This should be chosen such that the time-integration of the thermocouple
temperature is sufficiently accurate. Details are discussed in §B.s.

3. Compute a from (12.13).

p

tc;- Lhis is discussed in greater detail in §B.4.

4. Compute the projected thermocouple area, A

5. Compute the convective heat transfer coefficient, A.

369



; : i 3 5 .7 . P I
6. Compute the contribution to ¢ from the incident radiative flux: ), A}, ;ac q, ;.

7. Compute b from (12.14).
8. Sett = 0. Set TV via the supplied initial condition or using the value from the previous solution.
9. whilet < teng

* Compute ¢ from (12.15).

* Solve (12.12) for T+, This is obtained using Newton’s method.

» Advancetime: t =t + At; T" =T

B.4. Determining the Projected Thermocouple Area

We must compute the area of the thermocouple projected on each CV face for use in equation (12.15).

The total thermocouple area must be projected to each CV face to determine A7, ;.

Given the surface unit normal, n; and the thermocouple orientation unit-vector p, we may write the
y
projected thermocouple area on face 7 as

A?c,i = [Aena(p - 1)) + [Aside(m; - ;)] (12.18)

where
Aend = %D27 (12'19)
Asige = DL, (12.20)

m,; is a unit-vector perpendicular to p (i.e. m; - p = 0), L is the thermocouple length, and D is the
diameter, as given by the user. The vector m; represents the area unit-vector for the side of the
thermocouple and is given as

ml . n’L - (p ) n’L) p (IZ.ZI)
ni — (p-ni) pl
The projected area, A}, ;, is constrained by
AL
0< & <1, (12.22)
@

where a; is the full area of CV face 4. This implies constraints on both the thermocouple length and
diameter. Specifically, the thermocouple must fit within a CV. The length and diameter may be no
greater than what will fit in the CV given the thermocouple orientation.

The constraint mentioned above must be enforced within each CV. Note that for the model
assumptions listed in §A.3 to be valid, we really require that A, ;/a; < 1. This is not currently
enforced. The only constraint currently imposed is that A}, ; /a; < 1. Currently, the code will issue

warnings if A7, ;/a; > 0.1.
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B.5. Selection of Timestep

The timestep is selected based on the minimum of three criteria:
A = 1O T Ty T (12.23)

where T, is the convection timescale, 7;. is the radiation timescale, and 7y = tcpa/Mmin. In other words,
T; is a timescale that is defined by the minimum number of timesteps that should be taken over time
interval [0, t¢pq)-

The convective timescale is obtained from the analytic solution of the pure convective problem

hAtc >
Tt)=Tsx +|T(0) — Ty | ex t], .2
() = T+ [700) = TuJoxp (25 (124)
implying that
~ P Vie
T = WA, (12.25)

The radiative timescale is currently determined in a very heuristic manner as

1/4
T = ('OSZ‘ZC> : (12.26)
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