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SUHHARY

The HINTEQcode is a thermodynamicmodelthat can be used to calculate

solutton equilibria for geochemicalapplications. Included tn the HINTEQcode

are formulations for iontc speciation, ion exchange, adsorption, solubility,
redox, gas-phaseequilibria, and the dissolution of ftnJte amountsof

specified solids. Since the tnttial developmentof the HINTEQgeochemical
code (see Felmy et al. 1984a, 1984b), a numberof undocumentedversions of the
source coc]eanddata files have comeinto use at the Pacific Northwest

Laboratory (PNL). This report documentsthese changes, describes source code

modifications madefor the Aquifer Themal Energy Storage (ATES)program, and

provides comprehensivelistings of the data files. A version numberof 4.00

has been assigned to the HINTEQsource code and the individual data files

described in this report.

The principal changesto the HINTEQsource code that are described in
this report tnclude

• the correction of equilibrium constants for pressure

• the correction of equtltbriue constants for temperature

• the insertion of control words in the input data file to define output
length and end-of-file points

• the incorporation of the extended-Debye-HuckelB-dot equation as the
default methodfor calculating single ion activity coefficients.

Thts report is not intended to replace the HINTEQuser's guide by Peterson et
al. (1987) but rather to provide supplementarydocumentationon the most

current version of the tlINTEQgeochemicalcode at PNL.
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INTRODUCTION

The MINTEQcode is a thermodynamicmodelthatcan be used to calculate

solutionequilibriaforgeochemicalapplications.Includedin the MINTEQcode

are formulationsfor ionicspeciation,ion exchange,adsorption,solubility,

redox, gas-phaseequilibria, and the dissolution of finite amountsof

specified solids.

The MINTEQcode was developedby Felmy et al. (1984a, 1984b) from the

mathematical structure of the MINEQLcode (Westall et al. 1976) and originally

used the database from the WATEQ3code (8all et al. 1979, 1980, 1981). Much

of the current database was compiled by Krupkaet al. (1988) and includes

contributions from Cowanet al. (1985), Cowan(1988), Crecilius et al. (1986),

Krupka andJenne (1982), Peterson et al. (1986), and Sehmel(1989). Technical

details on the mathematical structure of the code are given by Felmy et al.

(1984a, 1984b). The MINTEOUser's Manual (Peterson et al. 1987) describes the

input files, input options, database files, and methodologyfor using the
MINTEQgeochemical model.

The earliest versions of the MINTEQcodewere developed for mainframe

computers, but in 1987 the code was converted to run on personal computersby

K. M. Krupkaat PacificNorthwestLaboratory(PNL).A specializedversionof

the MINTEQcodewas developedby Smith(1988)to conductequilibrium

calculationsfor the 13-componentsystemK20-Na20-CaO-MgO-FeO-AI203-Si02-C02-

H20-HF-HCI-H2S-H2SO4 at temper;_turesto 300"C. This versioncontained

modifiedformulationsfor calculatingactivitycoefficientsof aqueousspecies

and the effectsof temperatureon equilibriumconstantsin the personal

computerversion. Otherderivativesof the MINTEQcode includeMINTEQAIand

MINTEQA2,whichweredevelopedby the U.S. EnvironmentalProtectionAgency

(EPA)(Brownand Allison1987;Allisonet al. 1991). TheseEPA versions

includepre-processorcodes(PRODEFA1and PRODEFA2)that are used to define

inputfiles,and alsohavesoftwareimprovementsthat reducecomputational

timeand aid in errorrecovery.

The purposeof thisreportis to providea comprehensivedescriptionof

the changesrecentlymade to the MINTEQcodeat PNL as partof the Aquifer
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Thermal Energy Storage (ATES)program sponsoredby the U.S. Department of

Energy (DOE). These changes include a major restructuring of the database

componentsand minor modifications to the HINTEQsource code and to input and

output formats since the publication of the HINTEOUser's Gul_e (Peterson et

al. 1987). This report is a reference source for the thermodynamicdata

contained in the HINTEQdatabase, which currently contains thermodynamicdata

for nearly all of the major and minor elemental aqueousspecies and solids

found in significant concentrations in natural groundwater systems.

The most important limitation of the database is the absenceof formation

constants for organometallic complexes. The database has evolved from a

numberof studies on groundwater chemistry that have been conducted at PNL

since the construction of the HINTEQcode. This database has not been

rigorouslycheckedfor internalconsistency.Futureeffortswill be directed

at checkingthe internalconsistencyof thedata and makingadditionsto the

databasethat arewarranted.Usersof the MINTEQcode shouldcarefullyreview

datapertinentto theirparticularstudies.

This reportalsodescribesthe implementationof a versionnumbering

schemefor the MINTEQcode and its databasecomponents.This reportis not

intendedto replacethe MINTEOUser'sGuide,but ratherto provide

supplementarydocumentationon the mostcurrentversionof the MINTEQcodeat

PNL. Detailson the mathematicalformulations,inputvariables,andmodeling

conceptsfor the MINTEQcode are providedby Felmy(Ig84a,1984b)and Peterson

et al. (1987).



VERSIONNUHBERINt_

Starting with this report, version numbers have been assigned to the

HINTEQsource FORTRANcode and to the various data files (Figure 1). These

version numbers are printed to the output file for reference. The purpose of

the version numbers is to provide a means for tracking changes to either the

source code or the data files. Whenmajor changes to either the source code

or the data files are made, new version numbers will be assigned and

documented in subsequent PNL reports. The tntttal assignment of the version

number for all portions of the code was arbitrarily set at 4.00 to reflect the

presence of prior HINTEQversions at PNL. In the following sections of this

report, HINTEQ(4.00) will be used to refer to Version 4.00.



FILE STRUCTURE

The newftle structure for HINTEQ(4.00) is showntn Figure 1. The

default namesfor the tnput and output files remain SAHPLE.DAT(4.00)and

H]NOUT.DAT(4.00)as in prevtous versions (F|gure ]). The FORTRANportton of

the H[NTEQ(4.00) code has been broken into six parts (see ftles with the

".FOR" extension in Ftgure 1), so that each part can be compiled separately,
and then the Individual object modulescan be 11nkedtogether to create an

executable ftle. A seventh ftle namedC_N.BLK(4.00) contains vartable type
declarations and commonblock definitions. Separate compilation of the

FORTRANcomponents|s requ|red to use the H[NTEQ(4.00) code on personal

computerswtth randomaccess memory(RAM)less than or equal to one megabyte,

whtch is the minimumamountneededto run the H[NTEQ(4.00) code.

The database structure has been changedso that all thermodynamicdata

pertaining to aqueousspeciation reactions are contained in a file named

AQUEOUS.DAT(4.00)(Figure ]). All thermodynam|cdata pertaining to solid-

phase solubility reactions are contained |n a file namedSOL]DS.DAT(4.00).

Additionally, the GAS-RDX.DAT(4.00)ftle nowconta|ns thermodynamicdata on

both gas-phaseequ|l|brta and redox reactions (Ftgure 1). The ftle TYPE6.DAT

conta|ned tn prev|ous N]NTEQverstons (Peterson eL al. 1987) ts no longer

used; |t was replaced by the SOL[DS.DAT(4.00)ftle. Type 6 monitored species

are specified tn the SAHPLE.DAT(4.00)tnput f|le ]n the samemanneras tn

earlier H[NTEQversions, but the thermodynamicdata for such species are found

in etther the SOL[DS.DAT(4.00)or GAS-RDX.DAT(4.00)data files. Additions of

thermodynamicdata for new solids, gases, or redox reactions need only be made

to the pertinent file, e|ther SOL[DS.DATor GAS-RDX.DAT(4.00).

The ANALYT.DAT(4.00)file, which conta|ned coefficients for correcting
equilibrium constants for temperature (Smtth 1988), ts no longer used. The

coefficients are nowcontained in the |ndtvidua_ thermodynamicdata files

(discussed below). The COHP.DAT(4.00),ALK.DAT(4.00), and PRCOEF.DAT(4.00)

data ftles are unchangedfrom previous H[NTEQversions. The COHP.DAT(4.00)
data ft1_ contains characteristic data for the basfs spectes. The
ALK.DAT(4.00)data f|le contatns stoich|ometrtc data for reactions that

tnvolve noncarbonatealkal]n]ty. The PRCOEF.DAT(4.00)data file contains a
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limitedset of molarvolumedata that are used internallyin the MINTEQcode

to correctequilibriumconstantsfor the effectof pressure.

SAMPLE,DAT(Version 4.00)
(sample description
andwater analysis

input file)

DATABASECOMPONENTS

AOUEOUS.OAT(Version 4,00)
(thermodynamicdata for

aqueousspeciation reactions)

SOLIDS.DAT(VQrsiQn4,00)
(thermodynamicdata for

MINTEO(Version4.00) solubilityreactions)

(FORTRANCOMPONENTS)
• MINTEQ2.FOR GAS-RDX.DAT(Version4.00)
• IAPR2.FOR (thermodynamicdata for
• PREPSI2.FOR gas-phaseequilibria and
• SOVHZ.FOR redox reactions)
• DEBYEZ.FOR
• ACER2.FOR
• COMMON.BLK PRCOEF.DAT(Version4,00)

(molarvolumedata for
makingpressurecorrections
to equilibriumconstants)

ALK.DAT(Version 4,00)
(componentsof noncarbonate

alkalinity)
,, i

MINOUT.DAT(Version4.00)
(outputfiIe)

1. File Structure for the MINTEQ3GeochemicalCode



SOURCE(;ODEHODIFICATIONS

A number of changes have been made to the ttINTEQ source code to improve

1ts relevance to geochemical systems. These changes are described below.

ACTIVITY COEFFICIENTCALCULATION

The current version of the HINTEQ(4.00) code contatns two forms of the

Debye-Huckel equation to calculate acttvtty coefficients of charged ionic

spectes. One form is the extended-Debye-Huckel equatton with B-dot described

by Helgeson (1969):

log _1 " (-A zi 2 I 0"5 )/(1 + i I B I 0"5) + B,I (1)

where "ft' zt' and i t are the activity coefficient, charge, and ion size of the
lth ion. Also in Equatton (1), I is the tonic strength and A and B are

constants that are functions of the dielectric constant, temperature, and

denstty of water. Functions for A and B are taken from Helgeson and Kirkham

(1974) where the denstty of steam-saturated water ts from Saul and Wagner

(1987). The B. tn Equatton (1) ts the S-dot parameter of Helgeson (1969).

The value of Be ts the same for all tons but ts a functton of temperature

(Helgeson 1969). The details of these var|ous functions are gtven by S itth

(1988), who Incorporated them tnto a high-temperature verston of HINTEQ. The

FORTRANcodtng wrttten by Smtth (1988) was adapted to HINTEQ(4.00) w_:th minor

changes. The extended-Debye-Huckel equatton with B-dot is now the de?ault

expression used to calculate activity coefficients in NINTEQ(4.00).

An alternative equatton in HINTEQ(4.00) for calculating acttvtty

coefficients of charged species ts the Davies equation:

log _i " -A zi 2 [(I0"5/1 + I O's) -0.3 I] (2)

The Davtes equation can be selected by setting the appropriate option in the

input f.tle. The Davies equation ts also selected automatically for species

that do not have ionic size parameters (/11) in the thermodynamic data files.



TEHPERATURECORRECTIONFOREQUILIBRIUNCONSTANTS

Prevtous vers]ons of MINTEQused etther the van't Hoff equation or

analyt]cal express]ons that represent emp]r]cal ftts of the changein

equ]l]brtum constants w]th temperature. The van't Hoff equat|on

log KT/K298--(AH_/2.303R) (1/T- 1/298) (3)

0

where _FIr ]s the standard enthalpy of reaction at 298K (25"C), T ]s the
temperature ]n K, R is the ]dea] gas constant, and K ]s the equ]ltbrtum

constant, ]s reta]ned in MINTEQ(4.00). Th]s expression can be expected to be

accurate only between0 and80"C (sm]rh 1988). For temperatures outstde this

range, analyt]cal express]ons that are basedon Ma]er-Kelley power funcl_]ons

are used _o descr]be the effect of temperature on the equilibrium constants

(Ma|er and Ke]]ey 1932). Theseexpressions have the following fo_m:

lo9 KT - ao + al/T + a2T + a3 lOglo(T ) + a4/T2 (4)

where T Is In K and ao, a], a2, a3, and a4 are empirical coefficients. If
values for the emp]rica] constants are present In the theruodynam]cdata f|les

for a specific reaction, then the MINTEQ(4.00)code autemat]cal]y uses the

ana]yt]ca] expression In Equation (4) to calcu]ate the equilibrium constant.

The exception Is whenthe so]ut]on temperature Is specified as 25"C, in which

case the 25"C-va]ues of the equilibrium constant In thermodynamicdata files

are used. If empirical data do not exist for the temperature dependenceof

the equilibrium constants (and for manyreactions they do not), tl_en thqmcode

will use the van't Hoff expression In Equation (3), given that a value ForAFIr
is present tn the theruodynm]c data files. If neither the empirical

coefficients nor an AFIr ts present, then the MINTEQ(4.00) code defaults to the
25"C-va]ue for the equilibrium constant and no temperature correction is made.

The current database contains emp]rica] coefficients for correctin_l

equilibrium constants for the effect of temperature (|.e., to 300"C) according
to Equation (4) for a]] of the major species and solids re]evant to ATE_;

systems. The data for these species and solids cane from Smith (1988), Wo]ery
(1983), and Wolery and Dave]er (1989).
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PRESSURECORRECTIONFOREQUXLIBR]UNCONSTANTS

Fomulattons for correcting equilibrium constants for the effect of

pressure were inserted tnto the MINTEQcode by Sass and Howden.(a) The effect

of pressure on the equilibrium constant is described by

[a(ln K)/aP]T - -AVERT (5)

where AVr is the standard molar voluw of reaction and P is the pressure. The

pressure dependenceof AV_ can be related to the tsothemal parttal molar

compressibility, _ by

_r " "(aV_aP)T (6)

where _:Vrnt - AVr . The Integration of Equatton (6) from P', whtch ts the
reference pressure to sow other pressure, P, gives

Vp - Vp. - _, (P- P') (7)

(Lownet al. 1968). The substitution of Equation (7) into Equatton (S) and

integration at a constant temperature 9tves the following expression:

log (Kp/Kp.) - (- VrP + _x_P2/2)/2.303RT (8)

that relates the equilibrium constant to the partial molar volumeof reaction.

The parttal molar volumes, V; and compresstbtltttes, _x;, of Individual
aqueousspecies can be described as polynomial functions of temperature by

V; - a1 +blT + cIT2 (9)
and

a Sass, B. M. and W. Pl. Ho_Klen. 1984. NINTEOGeochemicalModel-
Eoutltbrtum Constant Calculations At Pressures Greater than 1 bal'.
(UnpublishedReport, Pacific Northwest Laboratory, Richland,
Washington.)
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z_ - a2 + b2T+ c2T2 (10)

where a, b, and c are constants (Millero 1982). Equations (8-10) were
incorporated into the M[NTEQ(4.00)code to correct the equilibrium constants

of specific reactions for pressure by Sass and Howden(b). The system

pressure, P, is entered in the MINTEQ(4.00) input ftle in feet of water (see

following section). Values of a, b, and c for 21 aqueousspecies were

obtained fron Mt]lero (1982) andwere inserted in the PRCOEF.DAT(4.00)data
file by Sass and Howden(1984). For solids, molar volumedata were obtained

from compilations by Robie et al. (1967, 1978) and inserted in the

PRCOEF.DAT(4.00)data ftle by Sass and Howden. The compresstbtltttes of a11
solids were set at zero.

b Sass, B. 14. and W. H. How(Jen.1984. M]NTEOGeochemicalHodel-
Eoutltbrtum Constant Calculations at Pressures Greater than I bar.
(Unpublished Report, Pacific Northwest Laboratory, Richland,
Washtngton.)
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]NPUTF[LE FORMATS

Formats for SAHPLE.DAT(4.00),H[NOUT.DAT(4.00),COHP.DAT(4.00),

AQUEOUS.DAT(4.00),SOL[DS.DAT(4.00),GAS-RDX.DAT(4.00),PRCOEF.DAT(4.00),and
ALK.DAT(4.00) are described tn this sectton.

THESAHPLE.DAT(4.00)PROBLEHDEF[N[T[ONF]LE

The SAHPLE.DAT(4.00)ftle ts the user-Input ftle that describes the water

composition and deftnes vartous opttons for controlling the calculation modes

used tn M[NTEQ(4.00). An exampleof an tnput ftle for the Rtver Water Test

CaseNumberOne from Peterson et al. (]987) ts gtven tn AppendtxA. The

structure of the SAHPLE.DAT(4.00)ts stmtlar to that used tn prevtous PNL

verstons of M[NTEQtn that tt ts composedof three major sections: 1) bastc

tnput and control variables, 2) the water analysts, and3) the type
modifications. A few mtnor modifications have been madeto the

SAMPLE.DAT(4.00)f|le. Thesemodifications vre described below, along with a

completedescription of the bastc tnput data and formats for the

SAMPLE.DAT(4.00)ftle. Host of this description ts taken dtrectly from the

MTNTEOUser's Guide (Peterson et al. 1987).

The definitions of the spectes "types" in MTNTEQ(4.00)are the sameas

those gtven in the User's Guide. Type 1 spectes are the basts components

found tn COMP.DAT(4.00)that are used to represent the water analysts. Water

is automatically entered as a Type 1 species tn the MINTEQ(4.00)code. Type 2

species are those aqueousspectes that are derived from the specified TYPE1

basts spectes and are tnput to the MTNTEQ(4.00)code through the

SAIqPLE.DAT(4.00)ftle. Type 3 spectes are those that have ftxed activities in

the geochemicalcalculations, such as gases wtth fixed partial pressures,

soltds that are present in fnftnite supply for dissolution, and components

like H+ or e'(t.e., the pH and pe). Type 4 spectes are soltds that are

Initially present tn somefinite massand wtll be allowed to dissolve in the

geochemicalcalculation. Type 5 spectes are soltds from the MINTEQdatabase

that are allowed to precipitate in the geochemicalcalculation. Type 6

species are monitored spectes that are excluded from the geochemical
calculation but whoseequilibria are calculated as an end result of the

10



mdel's speciation and solubility calculations and are prtnted to the output

ftle. Type G spectes can be gases, aqueous complexes, or soltds.

Multtple SANPLE.DAT(4.00) ftles can be concatenated and run together but

the Individual ftles must be separated by two blank 11nes. The output from

the MINTEQ(4.00) code for each SAHPLE.DAT(4.00) ftle wtll be appended to the

end of the prevtous output.

A l|ne-by-11ne description of the SAHPLE.DAT(4.00) tnput ftle ts given in

the following exhibit. Host of this _scrtptton is taken from Peterson et al.

(]987).

11



[_ilBIT1. Description of the SAMPLE.OAT(4.00) Input File

Sectton 1: Bastc InDut and Control Va,'tab]ff_.

Lines 1-9 (1 variable. A8Q). A maximumof nine lines of text can now be used
to descrtbe the water analysts and the model calculation. Prevtous verstons
allowed two lines of descriptive text.

Line 10 (1 varlab]_, AS). The character string "STOP." must be placed in the
first ftve spaces of the line Immediately following the sample description.
The "STOP." must be tn capttal letters and Indicates the end of the sample
description sectton and must be tn ltne 10 or lower.

Ltne 11 (1 variable, A6). The word "SHORT." tn capttal letters should be
placed here to produce a shortened output from HINTEQ(4.00) (see below). Any
other character strtng wtll result tn the full MINTEQ(4.00) output.

Ltne 12 (4 variables, free format). 1) Water temperature tn "C, 2) the
analytical untts for the water analysts tn capttal letters and enclosed by
stngle quotes (t.e., 'PPM', 'MG/L', 'MOL', or 'MEOJL' for parts per millton,
milligram per ltter, mole per ltter, or mtlltequtvalents PeF liter,
respectively), 3) the hydrostatic pressure tn feet of water', and 4) the ftxed
tontc strength designation. If 0.00 is entered for the fixed tontc strength
designation, then MIHTEQ(4.O0) wtll _ompute the tontc strength (see also
Optton 7, Ltne 13). If a postttve value other than 0.00 ts entered, then the
ionic strength wtll be ftxed at this value for all calculations.

Ltne 13 (8 variables. 8(I1.1X)). This ltne contatns 8 run-specific options.
Optton 1. The total Inorganic carbon tnput optton.

(0) - total Inorganic carbon.
(1) - total alkalinity.

Optton 2. The debug prtnt optton. Thts optton should be used only when
modifications have been made to the code, or the values of
certatn arrays need to be checked.
(0) - No debug printout.
(1) -Prtnt the values of the IOX, C, IOY, GAMMA,and Y

arrays.
(2) - Not used.
(3) -Prtnt the HHH, NN(1), NN(2), and the IDY, GK, GK1 arrays

tn subroutine KCORR.
(4) -Prtnt the IOX, X, IOY, L, and GK arrays every Iteration

tn subroutine SOLID and print the saturation tndex for
the soltd added to the phase assemblage tn subroutine
SOLIDX.

Optton 3. The charge balance optton.
(0) - Terminate execution tf the inittal charge Imbalance is

greater than 30_.
(1) - Do not terminate execution regardless of the inttial

charge imbalance.

12



_:IJ_.T__. (continued)

Option 4. Considered sol tds and print option.
(0) = Do not allow all of the solids in the database to

precipitate or dissolve. The solids considered will be
those entered as Type 3 solids. Print the problem
results after the initial aqueous speciation plus solids
problem is solved and after all Type 5 solids are either
in equilibrium or are undersaturated.

(1) - Allow all solids in the database to precipitate if they
becomeoversaturated, that is, designate all solids in
the database as Type 5 solids. Print the problem results
only after the entire problem has been solved.

(2) - Consider all solids in the database. Print the problem
results after the initial user-specified problem has been
solved and again after all Type 5 solids are
undersaturated or are in equilibrium with the solution.

(3) m Consider all solids in the database. Print the problem
results following the selection of every solid and after
all of the solids are tn equilibrium or are
undersaturated.

Option 5. The total number of iterations option.
(0) -- Allow 40 iterations.
(1) - Allow 10 iterations.
(2) -Allow 100 iterations.
(3) - Allow 200 iterations.

Option 6. The pH variation option.
(0) - Do not allow the pH to automatically change during the

precipitation or dissolution of soltds.
(1) - Allow the pH to change during the precipitation or

dissolution of soltds. (Note, for this option to work,
all soltd phases must be declared as Type 5 in option 4.)

Option 7. The fixed ionic strength option.
(0) - Allow HINTEOto compute the ionic strength.
(1) - Fix the ionic strength at the value designated on Line

12.

Option 8. The numerical method option.
(0) - Use only Newton-Raphson iteration.

Option 9. Activity model option.
(0) - Not used.
(1) - Use extended Debye-Huckel with B-dot equation to

calculate activity coefficients.
(2) - Use Davies equation to calculate activity coefficients.

13



f__J..l. (continued)

Optton 10. Output optton.
(0) - De not prtnt an tn|ttal l isttng of the thermodynamic

data.
(1) - Prtnt an tntttal ltsttng of the thermodynamic data.

Optton 11. Definition of pressure untts option.
(0) - Enter hydrostatic pressure in bars.
(1) - Enter hydrostatic pressure in feet of water.

L|ne 14. [5 variables. II.lX.4(F6.2.1X)l. Thts ltne ts for specifying
adsorption parameters other than the total mass of the adsorbent and the
activity. The first paraeter ts an optton swttch to specify whtch adsorption
model is to be used. The opttons are

(0) - No adsorption.
(1) -Acttvtty K or acttvtty Langmutr isotherm model.
(2) Constant c_ double-1 model.- pacttance ayer
(3) -Trtple layer, site-binding model.

The next four tnputs on thts line are
(1) solid concentration tn g/L,
(2) spectftc surface area tn m'/g,o
(3) Inner-layer capacitance tn F/m_, and
(4) outer-layer capacitance tn F/m'.

Sectton 2: Water Analvsit

Ltnes l§-Dlus (3 variables. I7,1X,E9,_.lXoF6,2). These are the component
tnput lines and there should be as many lines as components tn the water
analysis. The ftrst variable is the component Identification number. The
second vartable ts the component concentration tn the specified untts. The
thtrd vartable is the estimated log of the activity of the component. A blank
ltne must follow the last component.
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EXHIBIT 1. (continued)

Section 3: Type Hodtfication$

Thts sectton ts for changtng the default spectes designations. The
default-type specifications are described by Peterson et al. (1987). The
ftrst ]tne contatns the ftrst species-type destgnat|on and the number of
species of this type. The format ts (I3,1X, I3). The type designations can be
from two to stx. For each spectes, a ]the must follow that tncludes three
var|abies describing that species. The format ts (I7,1X,Eg.3,1X,F6.2). The
ftrst fteld specification ts the spec|es Identification number.
Zdenttftcatton numbers for component spectes are gtven tn the COPtP.DATftle.
All other Identification numbers for aqueous, soltd, and gas spectes are given
tn the thermodynamic data ftles (see Appendices A, B, and C). The second
fteld ts for the new base 10 logarithmic value of the equilibrium constant
(log K). The thtrd fteld is for the enthalpy of react|on for the designated
species. The equilibrium constant and the enthalpy of react|on are optional.
Tf they are not entered, then the default values in the thermodynamic
dataftles will be used. In the case of the Type 4 species, a fourth field is
added to specify the tntttal mass of the species tn moles/L. In the case of
the Type 4 spectes, the format ts (I7,1X,E9.3,1X,F6.2,1X,E10.3).

Last 2 11nes: The end of the SAHPLE.DAT(4.00) file ts indicated by two blank
lines and a final ltne wtth the character string "END." in the first 4 spaces.
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THEMINOUT.DAT(4.00)OUTPUTFILE

Computedoutput from HINTEQ(4.00) ts written to a ftle wtth a default

nameof MINOUT.DAT. If the option for a short output ts selected [see above

discussion of the SAMPLE.DAT(4.00)input file], then the MINOUT.DAT(4.00)

output ftle wtll consist of a copy of the input file, the computedspectated

charge balance, alkalinity, noncarbonatealkalinity, ionic strength, total

massesof dissolved salts, the total hydrogen ion mass(i.e., the proton

condition), and a list of saturation indices (SI). The characters "##" next
to the solids in the list of SI indicate solids wtth $I < 5Z of their

solubility product. A ltsttng of the short output ftle for the River _ater

Test Case ts given tn AppendixS.

If the option for a long output ts selected, then the output wtll consist

of a copy of the input ftle, data from the iteration cycles, aqueousspecies

concentrations and activities, distributions of aqueousspecies, computed

speciated charge balance and alkalinity, total hydrogenton mass, list of SI,

and a table of mineral formulas. The changesmadefor the MINOUT.DAT(4.00)

file comparedto previous versions ]nc]ude 1) ]isttngs of output data in table

form, 2) output of the pressure in feet of water and bars, 3) output of the
total hydrogen ion mass, 4) output of the concentration of total dissolved

solids, 5) alphabettzation of the mineral saturation indices, and 6) output of
a table of mineral formulas.

THECOMP.DAT(4.00)DATAFILE

The COMP.DAT(4.00)data ftle contains characteristic information for the

Type 1 or componentspecies as tn previous MINTEQversions, but nowtt can

also contain an unlimited numberof descriptive text lines at the top of the

file. [A complete listing of COHP.DAT(4.00)ts given tn Appendix C.] The

text lines must be followed immediately by the word "STOP." to signify the end
of the description. The next ltne contains the version number. The next two

lines contain headings to describe the columnsof data tn the main part of the
data file. The remaining part of the ftle contains columnsof data for the

componentspecies. From left to right, these data include 1) the species

identification number, 2) the species nameenclosed tn single quotes to define

16



the character string, 3) the species ionic charge, 4) the species ionic radius

tn angstroms for the extended-Debye-Huckel equation, and 5) the spectes atomic

weight tn grams (see Appendix C).

The data in COHP.DAT(4.00) are read by the HINTEQ(4.00) code in free

format, but the species namemust be 18 characters or less. The major change

tn the COHP.DAT(4.00) ftle ts the elimination of the extended parameter for

ionic species, bi , which was used for activity calculations with the extended-
Debye-Huckel equation (Peterson et al. 1987; Truesdell and Jones 1974). The

extended parameter is replaced by the B-dot parameter, which is calculated

internally in the HINTEQ(4.00) source code, as described above.

THE AOUEOUS.DAT(4.00)THERHODYNAHICDATAFILE

The AQUEOUS.OAT(4.00)data file contains thermodynamic and stotchiometrtc

information for aqueous speciation reactions. The top lines of the

AQUEOUS.OAT(4.00)data ftle contain information on the ftle history and

contents. This section is ended by a line containing the word "STOP." The

next line gives the version number. The data portion of the file follows.

Previous versions of HINTEQused a two-line format to provide

thermodyn_,tc and stoichiometrtc data. For the current version, a four-line

format has been adopted (Figure 2).

3301400 'HC03-1' -3.561 10.329 -1.00 4.00 0.00 61.017'1
1.00 2 1.000 140 1.000 330
1.078871e+2 -5.15179e+3 3.25280-2 -3.892561e+1 5.6371390,5
llorclmtromet mt. 1990

2. Example of a Four-Line Input Section for HCO_tn
AQUEOUS.DAT(4.00)

The following data are required tn the AQUEOUS.DAT(4.00)four-ltne version.

Line 1: 1) Species Identification number, 2) name enclosed by stngle
quoLes (A18), 3) the enthalpy of the formation reaction at ZS"C,
4) the base 10 logarithm of the equilibrium constant at ZS"C for
the formation reaction, S) Ionic charge, 6) Ionic radius tn
angstroms for the extended Debye-Huckel equation, 7) noncarbonate
alkalinity factor, and 8) the atomic wetght.

Line 2: 1) The alkalinity factor for the reaction, 2) the number of
component species in the speciation reaction not counting the
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formed species, and 3) the reaction stoichiometry in terms of the
component species.

Line 3: Five empirical coefficients for correcting the equilibrium
constant for temperature according to Eq. (4). For reaction
where temperature extrapolations are not available, the number
"ggg." is entered five times.

Line 4: A citation for the source of the enthalpy and equtltbriuw:_
constant.

All the data in these four lines are read in free format. Therefore, an entry

for each variable Bust be present even if it has a value of zero. Also, the

species name Bust be less than or equal to 18 characters in length, not

counting the enclosing single quotes.

The thermodynamic data must be consistent with the direction of the

reaction specified by the stotchiomtrtc variables in Line 2. In the

MINTEQ(4.00) format, the aqueous speciation reactions a-e written as formation

reactions with positive signs for the stotchtometrtc coefficients for the

reactants and negative signs for the stotchtemetrtc coefficients for the

products. For example, data in the second line of Figure 2 indicate that the

formation of HCO_(#3301400) produces one equivalent of alkalinity and

involves the reaction of two component species. These component species
include one equivalent of CO_" (#140) and one equivalent of H+ (#140);

I.D. Numbers 140 330 3301400

co- + H+ - HCOi (11)

A stotchtoRtrtc coefficient and identification number for the formed species,

HCO_for this exemple, are not tncluded in the description of the speciation
reaction in Line 2.

The end of the data portion of the AQUEOUS.OAT(4.00)file is signaled by

two lines with zero values for the species identification number. The

reminder of the file contains complete references for the citations. A

complete listing of the AQUEOUS.DAT(4.00) is provided in Appendix D.
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THESOLIDS.DAT(4.00)THERMODYNAIIICDATAFILE

The SOLIDS.DAT(4.00)data ftle contains thermodynamicand stoichiometric

tnfomat]on for solid-phase equt]|br]um solubility reactions. The top of the

SOLIDS.DAT(4.00)data ftle contains Information on the ftle history and

contents. This section ts endedby a 11ne containing the word "STOP." The

next 11ne gtves the verston number. The data portion of the file follows.

Prevtous verstons of MINTEQused a two-ltne fomat to provide

thermodynmtc and stotchtometric data for each reaction. For the

SOLIDS.DAT(4.00)file, a four-line fomat stmilar to that |n the

AQUEOUS.DAT(4.00)data ftle has been _dopted (F]gure 3).

6041002 'JIIroltte-K, 31.2820 14.8012 500.8105
5 -6.000 3.30 1.000 410 3.000 281 2.000 732 6.000 002
999.999.999.999.999.
Krupke et et. 1988 I(Fe.3(lO4)2(ON)6

FIGURE3. Exampleof a Four-Line Input Section for Potasstum-Jarostte in
SOLIOS.DAT(4.00)

The following data are required in the four-line verston.

Ltne 1: 1) Solld Identification number, 2) nameenclosed by stngle quotes
(A18), 3) the enthalpy of reactton at 25"C, 4) the base 10
logarithm of the equilibrium constant at 25"C, and 5) the atomtc
weight of the solld.

Ltne 2: 1) The numberof componentspectes tn the reaction not count|ng
the formed solld, and 2) the reactton stoichiometry tn terms of
the componentspectes.

Ltne 3: Ftve empirical coefficients for correcting the equilibrium
constant for temperature according to Equatton (4). For
reactions where temperature extrapolations are not available, the
number"999." ts entered ftve ttmes.

Line 4: 1) A cttatton for the source of the enthalpy and equilibrium
constant, and 2) a chemtcal formula for the soltd. The format
for ltne 4 ts (42X,A38).

The data tn these four 11nes are read tn free format, except for the

fourth 11newhtch ts read tn format (42X,A38), where the 42X ts the space for
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the source and the A38 is for the character string that defines the chemtcal

formula of the soltd. Also, the namefor the solid must be less than or equal

to 18 characters tn length. In Line 3 of Ftgure 3, the ftve values of "999."

Indicate that no empirical data were found for_ correcting the equilibrium

constant for temperature by Equation (4).

The thermodynamicdata must be const*stent with the'direction of the

reaction specified by the stotchtometrtc variables tn Line 2. In the

HINTEQ(4.00) format, reactions Involving solids are wrttten as formation

reactions with postttve signs for the stotchtometrtc coefficients for the

reactants and negative signs for the stotchtometric coefficients for the

products. For example, data tn the secondltne of Figure 3 tndtcate that one

equivalent of K+ (#410), three equivalents of Fe3+ (#28i), two equivalents of

SO_" (#732), and stx equivalents of H20 (#002) are required to fom one
equivalent of potasstum-jarostte (#6041002) and stx equivalents of H+ (#330):

I .Do

Numbers 410 Z81 732 002 6041002 330

K+ + 3Fe3+ + 2S042"+ 6H20- KFe3(SO4)z:6H20 + 6H+ (12)

A stoichiometric coefficient and identification numberfor the formed solid,

potassium-jarosite for this example, ts not included in the description of the
formation reaction in Line 2.

The end of the data portion of the SOLIDS.OAT(4.00)file is signaled by

two lines with zero values for the species identification number. The

remainder of the file contains complete references for the citations. A

complete listing of the SOLIDS.DAT(4.00)ts provided tn Appendix E.

THEGAS-RDX.DAT(4.00)THERIIODYNAI11CDATAFILE

The GAS-RDX.DAT(4.00)data ftle contains thermodynamicand stotchtometrtc

Information for redox and gas solubility reactions. The top of the GAS-

RDX.DAT(4.00)data ftle contains Information on the ftle history and contents.
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This section ts ended by a line containing the word "STOP." The next line

gives the verston number. The data portion of the file follows.

Previous versions of MINTEQused a two-line fomat to provide

thermodynamic and stotchtowtrtc data for each reaction. For the GAS-

RDX.DAT(4.00), a four-line fomat that is stmilar to those in the

AQUEOUS.DAT(4.O0)and SOLIOS.DAT(4.00) data ftles has been adopted (Figure 4).

The following data are required tn the four-line verston:

Ltne 1: 1) Identification number for the redox couple or gas, 2) nameo_
etther the redox couple or gas enclosed by stngle quotes (A18),
3) the enthalpy of reactton at 25"C, 4) the base 10 logarithm of
the equtltbrtm constant at 2S'C, and S) the atomic wetght.

Ltne 2: 1) The number of component spectes in the redox or gas
solubility reactton Including beth the reduced and oxtdtzed
components for redox reactions, and Z) the reactton stoichiometry
tn terms of the component spectes.

Ltne 3: Ftve emtrtcal coefficients for correcting the equtllbrtom
constant for temperature according to Equmtton (4]). For
reactions where temperature extrapolations are not available, the
number "999." ts entered ftve ttRs.

Ltne 4: A cttatton for the source of the enthalpy and equilibrium
constant.

The themodynamtc data mst be consistent wtth the direct'ion of the

reaction specified by the stotchtmmtrtc variables tn Ltne 2. The rules for

writtng the reactton stoichtometrtes for the redox and gas solubility

reactions are the same as those described above for the AOUEOU!;.DAT(4.00) and

SOLIOS.DAT(4.00) data ftles. Additionally, all redox reactions; have been

written with the reduced component as the reactant and the oxidtzed component

and electrons as the products. [This convention has been adopted to make the

redox data internally consistent but tt ts not a requirement of: the

MINTEQ(4.00) code.] For example, the iron redox reactton (see Figure 4) is
written as

I.D. Number 280 281 001

Fe2+ - Fe3+ + 1 e" (13)
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2802810 ' Fe*2,,,Fe*3' 9.68 -13.01 O.0000
3 1.000 280 -1.000 281 -1.000 001
9.06142e,3 -$.11520e*$ 1.28888e_ -3.26601e,3 3.00780e,7'
E0.3/6 cletm: version m.3245

3301403 *C02(9)* -0,962 18.149 41.0100
3 1.000 140 2.000 330 -1.000 002
3.S4181e*2 -1.99131e.4 1'.3361'4e-2 -1.247_2e+2 1.57398e.6
Ik)rcbtram et at. 1990

4. Exmple of Two Four-Line Input Sections for the Fe2+/Fe3+ Redox
Couple and C02(g) Solubility tn GAS-RDX.DAT(4.00)

The end of the data portton of the GAS-RDX.DAT(4.00)ftle ts stgna]ed by

two 11nes wtth zero values for the spectes Identification number. The

remtnder of the ftle contains complete references for the cttat|ons. A

co_)lete ]tsttng of the GAS-RDX.DAT(4.00)data f|]e ts provtded tn AppendtxF.

THEPRCOEFF.DAT(4.00)DATAFILE

The PRCO£F.DAT(4.00)data ftle conta|ns molar volume and compressibility

data for a l trotted numberof spec|es. In PRCOEF.OAT(4.00)there are two 11nes

for each spectes that contatn the following data:

Ltne 1: 1) Spectes Identification number,2) the spectes name, and 3)
values of a1, b1, and c1 that are used to relate parttal molar
volumesto teepQrature [see Equatton (10)].

Ltne 2: Values of a_, b_ and c_ that are used to relatecompresstbtTtt s to teltperature [see Equatton (11)].

The prtnc|pal sources of these data are Mtllero (1982) and Robte et al. (1967,

1978). A comblete 11sttng of the PRCOEF.DAT(4.00)data ftle ts gtven tn
Append1x G.

THEALK.DAT(4.00) DATAFILE

The ALK.DAT(4.00)data ftle contains sto|chtometrtc tnfomatton for

aqueousspeciation react|ons, other than those Involving carbonate spectes,

that contribute to the titration alkalinity. For example, the protonatton of

H3St0_, whtch ts described by
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H3SiO_ + H+ - H4SiO0 (14)

contributes one equ|valent to the titration alkalinity and must be considered

tn the alkalinity balance equations used tn MZNTEQ(4.00). Zn the

ALK.DAT(4.00) data ftle, there ts entry of 1.0 for H3StO_ (#330770) to specify
1ts noncarbonate contribution to the titration alkalinity. A complete ltsttng

of the ALK.DAT(4.00) data ftle ts gtven in Appendtx H.
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PORTABILITY

Several minor changeshave been madeto the HINTEQcode so that it wtll

run on a numberof different computerswithout alteration. Host importantly,
calls to nonstandard intrinsic functions and VAX-FORTRANextensions have been

eliminated. Currently, the HINTEQ(4.00) code has been installed on IBM

personal computersand IBM-compatiblecomputersusing the Htcrosoft FORTRAN

4.2 and 5.1 comptler versions and a VAX-8350mainframe computer. The same

HINTEQcode has also been installed on UNIXmachines, Including a SUN

Sparkstatton 2 and DECStation 3100, using SUN-FORTRAN-77andVAX-FORTRAN-77

compilers, respectively. No alterations to the code are necessary to operate

it on these computers.
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CONCLUSTQN

Since the development of the HINTEQgeochemical code by Felmy et al.

(1984a, 1984b), a number of undocumentedversions of the source code and data

files have come Into use at PNL. This report documents changes made to the

source code for the ATES program and provides comprehensive ltsttngs of the

data ftles. A version number of 4.00 has been assigned to the HINTEQ source

code and to each of the Individual data ftles described tn thts report. The

Initiation of a version numbering scheme provides a mechanism for documenting

and referencing any changes that may be made to the source codes and data
ftles tn the future.

The principal changes made to the HINTEQsource code that have been made

since FelaLyet al. (1984a, 1984b) Include

• the correction of equilibrium constants for pressure

• the correction of equilibrium constants for temperature

• the Insertion of control words In the Input data file to define output
length and end-of-file points

• the Incorporation of the extended-Debye-Huckel B-dot equation as the
default method for calculating stngle Ion activity coefficients. (The
Oavtes method ts retained as an option.)

The database structure of the HINTEQcode has also been changed so that

thermodynamic data for aqueous speciation, disso]utIon/precIpItation, redox,

and gas solubility reactions are consolidated Into separate files. The

TYPE6.0AT data file used In earlier HINTEQversion has been eliminated.

gtthin the thermodynamic data files, Individual reactions are now described by

four lines of data that Include coefficients for describing the effect of

temperature on the equilibrium constant and a reference for the source of the

data. The thermodynamic data for HINTEQ(4.00) were compiled from literature

sources and from PNL researchers who have used HINTEQfor various water-

quality-related projects. Additionally, the fomats and structures of the

H]NTEQ(4.00) thermodynamic data files are now Interchangeable with those used

by the Geochemical Hode] _GH) of the Chemical Transport Hode] (CTH) developed
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by Ertkson et al. (1990) so that'the samethermodynamicdata ftles can be used

for makingcalculations with etther code.
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APPENDZXA

LISTIN6 OFTHESMPLE.DAT(4.00) INPUTFILE FORTHERZVERMATERTESTCASE

River water test case from Mordstromet iii. (1979).
Sespte input #1 Petersonet aL. (1987).
STOP.
$NOIIT.
9.5 eNG/LI 0.0 0.0

00002000010
0 0.00 0.00 0.00 0.00

500 1.200e_1 0.00
410 1.400e¢.00 0.00 K.
150 1.220e_1 0.00 Cs+2
46O7.SOOe_O0 0.00 _2
770 2.91_01 0.00 Sl(Oil)4
1/,0 7.397e*01 0.00 (03-2
180 9.gOOe*O0 0.00 ct-
732 7.700e_)0 0.00 s04-2
090 2.860e-01 0.00 8(0il)3
130 6.000e-03 0.00 Br-
270 1.000e-01 0.00 F-
580 2.100e-01 0.00 P04-3
492 8.980e-01 0.00 ;I03-
491 1.900e-02 0.00 li02-
490 1.440e-01 0.00 Nii4+
280 1.500e-02 0.00 Fe+2
281 7.000e-04 0.00 Fe+3
470 4.400e-03 0.00 It_2
471 O._ O.O0 Nra3
030 5.000e-03 0.00 AL+3
950 4,900e-04 0.00 7J_2
160 1.000e-04 0.00 Cd*2
600 3.O00e-OS 0.00 Ph*2
23OO.O00e+O0 0.00 Cu+
231 5.000e-04 0.00 Cu,2
S40 1.800e-03 0.00 Iii+2
020 4.000,-OS 0.00 Ag+
060 3.362,-03 0.00 H3_s03
061 O.O00e+O00. O0 H3As04
001 O.O00e+O0-7.43 e-
330 O.O00e+O0-8.01 H+

3 8
330 8.01
001 7.43

2802810
2302310
4704710
4904920
4914920
O6OO610
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APPEND!XB

LISTIN6 OFTHEMINOUT.DAT(4.00)OUTPUTFILE (SHORTFORMAT)

_mmmwmmmmmm4mm_mmm_mmmmqmmemm_memmmommmmmmmmmmmmmmmmmmmmmmmmmmmm_mmmmm_m_mmmmmmmmmmmm

NINTH CodeVersion: 4.00 (PC-OOSMicrosoft FORTRAN4.1)
wm'mm_mmmomjmmmmm_mmmommmmemmmmmmmemmImm_omm_mmmmmmmImmmmommmm_mmm_mmmmmmm_mmmmmm

Echo of Input li Lo (umt,.dot)

Thts is the River geter Test Casemodified fromNordstromet mL.
(1970). Inorganic carbonoptlon-eLmmntsnot: in the EPAdots
base sre excLuded.
SampLeinput iri in NINTEQ'sUsers NantmL(Peterson lt sL. 1987)
MT,
T " 9.50 NG/L 0.00 0.00
00002000010
0 0.00 0.00 0.00 0.00

500 1.200E401 0.00
410 1.400E+00 0.00
150 1.720E+01 0.00
460 7.5001[+00 0.00
770 2.913114.01 0.00
140 7.397E+01 0.00
180 9.9001[+00 0.00
732 ?.70_+00 0.00
90 2.1MOE-01 0.00

130 6.00(_-03 0.00
380 1.imOE-03 0.00
270 1.000E-01 0.00
580 2.100E-01 0.00
492 8.980E-01 0.00
491 1.900E-02 0.00
490 1.4A,OE-01 0.00
280 1.5001[-02 0.00
281 7.000E-04 0.00
470 4.4aOE-03 0.00
471 O.O00E+O0 0.00
30 5.000E-03 0.00

9SO 4.gOOE-O& 0.00
160 1.000E-04 0.00
600 3.000E-05 0.00
230 O.O00E_O0 0.00
231 5. O00E-04 0.00
S40 1.800E-03 e _
20 4.000E-OS 0.00

3.3(_E-05 0.00
61 O.O00E+O0 0.00
10.O00E+O0 -7.43

330 0.00_+00 -8.01
H20HASBEENINSERTEDASA COMPONENT
3 8

0.010E_)0 0.00
1 7.430E+00 0.00

2802810 O.O00E+O0 0.00
2302310 O.O00E*_X) 0.00
4794710 O.O00E4_O O.O0
4904920 O.O00i+O0 0.00
4914920 O.O00E+O0 0.00
600610 O.O00E+O0 0.00
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•,_o o*,oe,,m o0oo o.o.o eeoc,. _ e, oooo _ o_mo_m i o mo_ _ _o_0 o._ooomo_o o _o o _oo_ o m omoom _* o _ * o _ o _ _.

STARTOF NINTEQOUTPUT

..... NINTH FOIITRAHCode Version: 4.000 (PC-DOS Nlcresoft FORTRAN4.1) ..........

..... CONP.DAT(kIM|I c_te) Vera|on: 4.000 .................................

..... AOUEOUI.DAT(MMaesusspecies thermdynmlc data) Version: 4.000 ............

..... SOLtOS.DAT(soLids themodyflmic data) Vers|on: 4.000 ......................

..... MS RDX.DAT(9M and redox species thermdynm|c data) Version: 4.000 ......
_..oo,.,_.oa.u_o.,ol_.meoomol_om ue_*l_eeoew o w_m_n aweomo_meoooo_ o*o*_gomeolQ _m

tmmciated Chorea soLonce
Sm of Cations- 1.79M-03 Sun of Anienl • 2.9321[-03
Percent Difference • 2.610E+01 (anions - cet|em)/(m|ons + cations)*lO0

Ipeclated ¢herlle kLm
I_ of ¢etiem • 1.76M-03 SLmof Anions - 1.66M-03
Percent Di|fm • -2.951E_O (anions - catlenl)/(onlenl . ¢atlenl)*lO0

Ikllwirb0_te ALkaLinity • O.O00i+O0
lmio Strength - 2.39M-93
Total DissoLved SoLidi • 179.802 I_/L|ter
Total I1+ ues • 0.123alE-02 (mm of H+ es free It+ pLus ml aqueous species)
Tliqxlrature • 9.50 C or 282.66 K
Pressure • 0.000 feet of water or 0.000 bars

SATIMATIOHINDICES FOil ALL NINERALSANDSOLIDS
(satida uith 10 • 0000009 do not have Loll K vaLues)

lD EO-W Sat Index Loll K 51PLOll K LOll lAP DoL H-r.-_

_em_.m.m_emm_._eo*m.o_em_".me_e_eo_eue_e_e_e_e_e_mee_ee.w_emeewee_mm_*

2900 All(totaL) -2.536 16.522 0.726 -I?.OM -23.275
5002000 _ -13.232 11.455 0.573 -24.687 -9.600
2002000 _ -16.219 -12.91_ 0.669 -3.235 IO._M_
600;_0 _ -18.379 5.039 0.254 -23.468 -6.329
7002000 Ae31_ -21.828 17.S_. 0.8?7 -39.371 0.000
4202000 AIIF:4_20 -15.322 -0.388 0.019 -16.934 -6.325
2002001 AgO -18.244 -22.067 1.603 13.822 40.137
8015005 Akarmnlte -17.829 -48.001 2J_X) 30.172 76.132
2003000 At(Oll)3(m) -2.239 -11.865 0.593 9.606 26.500
6003002 AL2(S04)3 -61.995 -20.509 1.02S -61.k87 0.000
6003003 AL2(S04)3:61120 -43.173 -1.686 0.034 -61.k87 0.000
7203000 ALAsO4:2H20 -42.936 -3.665 0.183 -39.271 0.000
6003000 ALOIIMM -7.397 3.230 0.162 -10.627 0.000
6041000 ALwPK -21.324 5.995 0.300 -27.319 -7.220
6003001 ALunite -8.727 -0.620 0.031 -8.107 50.230
8450001 knaLclm 1.615 -5.1152 0.293 7.266 21.9&&
6060(X_ _Leslte -10.520 7.989 0.399 -18.509 -Z.I_
6015000 kdwdrlta -3.493 6.336 0.217 -?.829 1.710
8641001 Ann|ta -15.133 -30.855 1.S_3 15.722 65.770
8&15001 Anorthite -2.891 -27.443 1.373 24.571 79.680
6115000 Antarcticite -14.892 -6.122 0.206 -10.779 0.000
6023100 Antterita -12._ -8.753 0.438 -3.533 0.000
60S0003 Al_thitaLlte -E1.712 3.426 0.171 -25.1M 0.000
5015000 Aragonite -0.795 8.253 0.613 -9.048 2.589
6041003 Arcanlto -11.094 2.0S6 0.103 -13.151 0.000
3006000 Armmotite -117.353 1.698 O.OM -119.032 -7.185
5046000 At|in|ta -?.049 - 10.613 0.521 3.364 28.532
3006100 As205 -106.009 -8.255 0.613 -97'.754 0.000
_106000 Asi3 -111.231 -4.M1 0.204 -107.179 -1.892
4123101 Atacami te -8.543 -8.089 0.404 -0.654 18.687
5023102 Azur|te -15.537 10.668 0.533 -26.204 23.765
6003001 ImmtuMnlte -4.310 -22.500 1.125 18.190 0.000
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6095005 Biench|te -29.515 1.759 0.088 -31.275 0.163
2047102 8irness|te -4.708 -18.068 0.903 13.361 0.000
4146000 ii|Ichor|re -15.192 -4.426 0.221 -10.766 0.000
3047100 Bixby_te -4.361 -0.202 0.010 -4.159 29.746
6050004 ltoedite -16.260 2.388 0.119 -18.649 0.000
2003001 loelm| te dM 0.073 -9.533 0.477' 9.606 26.194
6023101 8rochentite -14.976 -17.009 0.850 2.033 0.000
4002000 8romFr|te -3.693 13.082 0.654 -16.775 -20.213
20/_SO00Bruc|te -4.966 -17.374 0.869 12.408 27.240
2054001 Bunsenite -5.217 -13.404 0.677 8.1M 23.935
5050002 Burkeite -32.M1 0.810 0.040 -33.691 0.000
8615002 Ca-Nontmorit toni te 6.424 -1.672 0.084 8.095 0.000
8615001 Ce-Ilontron| te 16.986 11.708 0.585 5.279 0.000
8015001 C8-Otiv|ne -18.646 -39.932 1.997 21.286 54.743
4115003 Ce2CL2(OH)2:3H20 -24.M9 -26.522 1.326 1.634 0.000
72.15001 Co3(As04)2 -84.572 -24.050 1.201 -60.543 32.207
7215000 Ca3(AeO4)2:4H20 -82.010 -21.467 1.073 -60.543 0.000
8015007 C13Si05 -44.493 -78.183 3.909 33.689 106.386
4115002 Co4Ct2(ON)6:19U20 -42.260 -M.771 3.435 26.441 0.000
4115001 CaCt2:41_O -16.477 -5.700 0.285 -10.770 0.000
5015001 CatcJte -0.639 8.409 0.420 -9.048 2.297
4141000 Carnattite -23.242 -4.430 0.222 -18.812 0.000
5216000 Cd(802)2 -13.803 -9.837 0.492 -3.966 0.000
2016001 Cd(ON)2(¢) -7.121 -13.860 0.693 6.739 0.000

16000 Cd(atpha) -M.3M -14.217 0.711 -24.141 18.000
16001 Cd(gmmm) -M.467 -14.326 0.716 -240141 18.141

- 6016001 Cd3(Oll)2(S04)2 -26.950 -6.702 0.335 -20.248 0.000
6016000 Cd3(OH)4S04 -22.541 -22.526 1.126 -0.015 0.000
7716000 ¢d3(P04)2 -16.222 32.596 1.630 -48.817 0.000
6016002 ¢¢K(OlI)6(S04) -21.677 -20.401 1.420 6.724 0.000
4016000 CdBr2:4H20 -20.869 2.706 0.135 -23.5?5 -7.227
4116000 CdCt2 -15.938 0.497 0.025 -16.435 4.474
4116002 CclCL2:2.SN20 -t4.430 2.005 0.100 -16.435 -1.707
4116001 CclCL2:H20 -14.795 1.640 0.082 -16.435 1.819
4216000 CclF2 -17.304 2.590 0.129 -19.894 9.721
4316000 Ccll2 -21.247 3.776 0.189 -23.02& -4.067
4116003 CclOHCt -8.661 -3.813 0.191 -4.848 7.407
6016003 CclS_ -13.891 -0.397 0.020 -13.494 12.403
6016005 rdSO&:2.?H20 -11.947 1.546 0.077 -13.494 4.526
6016004 CclSO4:H20 -12.138 1.355 0.068 -13.494 7.517
8216000 CdSi03 -4.924 -8.142 0.407 3.217 14.577
4102000 Cerarwrite -2.824 10.381 0.519 -13.205 -15.693
5060000 CerrmJte -5.8?5 13.853 0.693 -19.728 -4.844
6023105 Chatcanth|te -11.962 2.684 0.134 -14.666 -1.433
2077000 ChaLcedony 0.554 4.076 0.204 -3.522 -4.620
6023104 ChatcowamJte -18.258 -3.592 0.180 -14.666 17.482
8628001 ChLorite-Fe-1 25.081 -23.725 1.186 40.806 0.000
8628002 Chtor|te*Fe-2 22.059 -22.497 1.125 44.556 0.000
86460M Chtorite-Ng -9.393 -80.080 4.004 79.687 1M.620
8646009 Chtorite-Ng-Fe-1 5.055 -53.205 2.660 58.260 0.000
86_J_7 Chtorite-Ng-Fe-2 8.247 -51.814 2.591 60.061 0.000
8646000 Chrysot|te -&.042 -34.222 1.711 30.181 46.800
?060001 Ct-Pyrmorphite -22.089 84.430 4.221 -106.519 0.000
3006001 C|aucletite 557.297 676.348 33.817-119.052 -6.665
4160000 Cotunnite -16.457 4.993 0.250 -21.450 -5.591
2077001 Cr|ltobe| ire 0.250 3.772 0.189 -3.322 -&.780
&250000 Cryotite -21.974 54.205 1.710 -56.179 -9.090
2023100 Cu(Otl)2 -3.103 -8.670 0.433 5.566 0.000

23000 Cu-mtot -13.376 9.445 0.472 -22.821 -17.130
5123100 Cu2(OH)3#103 -10.952 -9.403 0.477 -1.549 15.081
6023000 Cu2S04 -33.22S 1.770 0.089 -34.995 4.561
7223100 Cu3(AsO4)2.6H20 -85.712 -4.657 0.233 -81.055 0.000
7023100 Cu3(P04)2 -15.482 26.853 1.843 -52.335 0.000
7023101 Cu3(PO4)2:3H20 -17.217 35.118 1.756 -52.335 0.000
4023000 CuBr -13.810 8.728 0.436 -22.538 -13.079
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5023100 CuC:03 -6.252 9.633 0.482 -15.885 0.000
/_23000 CuF -28.272 -7.575 0.379 -20.698 12.370
4223100 r.uF2 -20.980 0.086 0.004 -21.066 13.320
4223101 CuF2:2H20 -16.662 4.404 0.220 -21.066 3.650
4323000 Cul -10.556 12.707 0.635 -23.263 -20.144
6023103 CuOCuS_ -9.965 -0.865 0.0/,3 -9.100 20.096
3023100 Cupricferrite 10.644 -7.917 0.396 18.561 50.269
2023000 Cuprlte -12.600 2.162 0.108 -14.762 -6.241
3023000 Cq)rmJsferri te 7.888 8.772 0.439 -0.884 3.796
2003002 Dim)ore 0.997 -8.609 0.430 9.606 24.394
8215000 Diopelde -4.536 -22.304 1.115 17.768 35.199
2023102 DIq)tm -4.437 -6.482 0.324 2.045 8.6?0
5015003 DotoMte(d) -1.998 16.09& 0.805 -18.092 11.090
5015002 Dotomlta(o) dM -0.174 17.918 0.896 - 18.092 9.436
&?,4_d)O0Enstatite -3.411 -12.297 0.615 8.886 22.294
60dAM)O0Epsomlte -5.572 2.252 0.113 -7.825 - 2. &?.4
6015002 Ettringtte -29.315 -62.250 3.112 32.935 88.287
7015002 FCO3-Apettte 9.916 115.983 5.799 -106.067 -39.390
2028001 Fe(OH)2(ppt) -8.176 -12.557 0.628 4.380 21.935
4128100 Fe(OH)2:?Ct 6.062 3.041 0.152 3.021 0.000
2028100 Fe(OH)3(m) 0.815 -5.683 0.284 6.497 19.835
2028107 Fe(OH)3(R)t) 2.273 -4.224 0.211 6.497 19.835
2028106 Fe(OH)3(sot L) 3.811 -2.686 0.134 6.497 0.000
6028100 Fe2(S04)3 -53.229 -5.525 0.276 -47.703 58.150
2028101 Fe3(08)8 -2.847 -20.222 1.011 17.375 0.000
6028001 FeS04(8) -19.185 -3.332 0.167 -15.852 0.000
7015004 Ftuorapetite 6.798 61.647 3.082 -54.850 14.127
4215000 FLuorite -3.425 10.804 0.540 -14.229 -4.690
8046000 Foreterite -8.497 -29.792 1.490 21.294 53.379
5015005 _ytu_lte -11.649 9.&&2 0.472 -21.091 0.000
8015006 Gehtenite -18.622 -59.119 2.956 40.497 109.361
2003003 Gil_tte(c) 0.579 -9.026 0.451 9.606 22.800
200300S 611d:site(uc) -0.729 -10.335 0.517 9.606 24.500
6050005 6Lauberite -13.383 5.269 0.263 -18.653 0.000
2028102 Goethite 6.913 0.416 0.021 6.497 14.540
6095006 Gostarltc -29.183 2.092 0.105 -31.275 -3.293
8628000 Greenatite -18.074 -24.171 1.209 6.097 0.000
6815001 Gylpem -3.237 4.592 0.2.30 -7.829 0.109
8633000 H*llontreni ta 15.977 12.738 0.637 3.239 0.000
4150000 HaLite -8.407 -1.524 0.076 -6.883 -0.951
8603000 Hattoysite 1.596 -10.572 0.529 12.168 39.758
2047000 UmJmmwite _-8.0_ -65.073 3.254 57.027 100.640
2028105 Ilellmtite 11.656 -1.338 0.067 12.995 31.135
3028001 llercynite -6.787 -30.378 1.519 23.592 70.3?5
6046001 Hexahydrite -6.159 1.666 0.083 -7.825 0.000
8450003 Nigh-ALbite dM 0.133 -3.612 0.181 3.744 19.974
8441003 HIgh-Sanidine 2.417 -0.164 0.008 2.581 14.&62
7060904 HtneclJtite -21.710 2.499 0.125 -24.209 0.000
5015004 llmtite -6.118 30.061 1.503 -36.179 29.239
5060003 Itydrocerrusite -18.870 18.862 0.9/,3 -37.T52 0.000
5046001 HwirolmlYm|te -15.515 8.251 0.413 -23.767 S8.061
7015003 Hydroxyapatite -2.?&?. M.752 1.938 -41.533 38.938
5095002 Hydrozincite -110.793 -12.681 0.634 -96.113 0.000
8641003 It|lte 6.698 -8.295 0.415 14.993 49.855
4302000 Iodyrtte II/ -0.332 17.147 0.857 -17.499 -26.864
6028101 daroette-H -11.088 9.886 0.494 -20.974 55.147
6041002 Jereslte-IC -3.889 13.5_ 0.677 -17.433 31.282
6050000 Jarostte-Ha -6.524 9.745 0.&87 -16.269 36.182
6003002 durbenite -6.827 3.800 0.190 -10.627 0.000
8441002 IC-FetclsFer 3.728 1.147 0.057 2.581 12.520
8641004 IC-Nontmortt toni te 19.320 12.103 0.605 7.217 0.000
8641002 K-Nontroni te 16.511 12.103 0.605 4.408 0.000
5041004 i(-Trone -22.265 8.852 0.443 -31.118 0.000
5041001 1(2C03:1.5H20 -17.663 -3.293 0.165 -14.370 0.080
6041010 i(3H(sGr_)2 -26.675 3.167 0.158 -29.8/,3 0.000



5041002 1(SH4(CO3)6:3H20 -67.062 33.322 1.666 -100.384 0.000
5041003 IWaCO3:6H20 -13.205 0.002 0.000 -13.207 0.000
6041004 Katnite -15.783 0.088 0.004 -15.871 0.000
5041000 ICattcintte -7.980 9.931 0.497 -17.911 0.000
8441000 KoLs|Ltte -1.304 -10.929 0.546 9.625 29.029
8603001 I(sotintte 3.476 -8.691 0.435 12.168 35.300
8646010 I(erot|te -2.653 -25.790 1.290 23.137 0.000
6046002 Kiesertte -7.682 0.142 0.007 -7.825 0.000
6050006 Lab! tc-SaLt -23.760 5.716 0.286 -29.477 0.000
6023102 Leng|te -16.813 -18.846 0.942 2.033 39.677
6060000 Lernak|te -16.767 0.018 0.001 -16.785 6.448
8015002 Larn|te -19.322 -40.608 2.030 21.286 57.286
8415002 LlUllOflt|te 4.179 -13.348 0.667 17.528 0.000
4160003 LINJrton|te -10.484 -0.622 0.031 -9.863 0.000
8415000 Leollhardtte 15.059 -19.997 1.000 35.055 85.417
6041005 Learlite -17.226 3.749 0.187 -20.975 0.000
2028103 Lq)iclocroc| te 5,t34 -1.363 0,068 6.497 0.000
8441001 Leuci te -1.541 -7.644 0.382 6.103 22.245
2015000 Line -22.040 -34.443 1.722 12.404 46.264
2060001 Litharge -11.551 -13.275 0.664 1.724 16.M1
8450002 Lou-Atb|te 1.580 -2.165 0.108 3.744 17.374
8450000 Nagacllite -5.643 14.306 0.715 -19.949 0.000
2028104 Naghm! te 6.621 -6.373 0.319 12.995 0.000
5046002 mite -1.258 7.785 0.389 -9.044 7.340
3028000 Magnetite 4.843 -12.532 0.627 17.375 51.075
5023101 14stschtte -6.492 3.827 0.191 -10.319 16.210
2047101 Nangsntte 49./,96 25.340 1.267 24.156 0.000
2047001 Nonglmostte -10.376 -19.091 0.955 8.716 0.000
8615000 Ikirgerite N 1.671 -42.112 2.106 43.783 0.000
2060000 14uaicot -11.856 -13.580 0.679 1.724 16.780
4160001 14atLocktta -13.443 9.736 0.487 -23.179 -7.938
4123100 Netsnothatttte -21.808 -4.201 0.210 -17.607 11.819
6028000 _letanterite -13.435 2.417 0.121 -15.853 -4.910
6041006 Iker©sttite -15.410 1.282 0.064 -16.692 0.000
8015004 14erutnite -29.978 -72.554 3.628 42.576 107.208
3046001 14g-Ferrite 5.963 -19.440 0.972 25.403 66.619
8646006 Ng-liontmri t tonite 6.502 -1.594 0.080 8.096 0.000
8646005 14g-Nontronite 17.001 11.722 0.586 5.279 0.000
4146001 Ng2Ct(OH)3:TH20 -12.820 -26.049 1.302 13.229 0.000
3060001 Xtntuu -41.764 -77.816 3.891 36.052 102.776
6050001 NirsbiLite -8.849 1.975 0.099 -10.824 -18.967
6041007 Misonite -103.468 9.834 0.492 -113.301 0.000
6047100 14n2(504)3 -60.666 4.190 0.210 -64.857 39.063
7247000 Nn3(AsO4)2:8H20 -81.804 -10.196 0.510 -71.608 0.000
7947000 Nn3(P04)2 -18.982 23.906 1.195 -42.888 -2.105
4147000 NnCL2:4H20 -17.273 -2.815 0.141 -14.458 2.627
7047001 ;tnlIP04(c) N -0.522 25.280 1.264 -25.802 0.000
2047105 NnO2(beta) -4.184 -17.545 0.877 13.361 39.340
6047000 14nS04 -14.815 -3.298 0.165 -11.517 15.481
2016002 Nonteponite -9.352 -16.091 0.805 6.739 24.745
8015003 Nonttcettite -10.131 -31.421 1.571 2t.290 49.470
6054002 Noronostta -9.861 2.184 0.109 -12.045 -2.924
8641000 Nu_ovite 8.920 -12.872 0.644 21.792 59.425
8650002 Na-Nontmori t toni te 6.007 -1.594 0.080 7.601 0.000
8650001 Na-Nontroni te 16.501 11.710 0.585 4.792 0.000
5050005 Na2CO3:?H20 -11.560 0.484 0.024 -12.043 0.000
6050007 #53H(504)2 -25.506 0.846 0.042 -26.352 0.000
5050003 Nshcottte -5.997 10.751 0.538 -16.748 0.000
4123000 Nlmtokite -11.803 7.165 0.358 -18.968 -9.970
3050000 Natron -10.099 1.944 0.097 -12.043 -15.745
8450004 NepheLine -3.295 -14.083 0.704 10.788 33.224
5046003 Nesquehonita -4.065 4.979 0.249 -9.044 5.7'89
2054000 NICON)2 -5.466 -13.654 0.683 8.1M 22.940
8054000 Ni2SI04 -2.857 -15.710 0.786 12.853 33.070
7054000 Ni3(P04)2 -13.152 31.320 1.566 -44.472 0.000
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6034000 Ili4(Ofl)6S04 -23.165 -35.683 1.784 12.517 93.451
5034000 NtC03 -6.822 6.442 0.322 -13.264 10.050
5054001 NIC:O3:6H20 -0.804 12.461 0.623 -13.264 0.000
2047103 Nsut|te -4.121 -17.482 0.874 13.361 0.000
7960002 Olt-Pyrmorph|te -32.141 62.791 3.140 -94.932 0.000
5016000 Otliv|te -2.496 12.217 0.611 -14.713 0.583
8650000 Paragonite 5.828 -17.128 0.856 22.956 0.000
5260000 Pb(iJO?.)2 -16.906 -7.925 0.396 -8.981 6.358
2060004 Pb(OU)2(c) -6.981 -8.705 0.435 1.724 13.986

60000 PtXmtat) -33.452 -4.296 0.215 -29.156 0.406
4160004 Pb2(OII)3Ct -16.932 -8.794 0.440 -8.139 0.000
2060005 Pb20(OH)2 -22.731 -26.199 1.310 3.448 0.000
3060000 Pb203 -26.710 -61.038 3.052 34.328 0.000
5060001 PIo20C03 -17.957 0.047 0.002 -18.004 11.464
8060000 Pb2Si04 -19.303 -19.229 0.961 -0.074 23.973
7060007 Pt)3(P04)2 -19.291 44.571 2.229 -63.863 -5.380
5060002 Pb302CO3 -28.364 -12.01K 0.604 -16.280 20.428
6060001 Pb302S04 -26.771 -11.710 0.586 -15.060 20.776
6060004 Pb4(Oll)6S04 -34.lh3& -21.097 1.055 -13.337 0.000
6060002 Pb4_SO& -36.IKA -23.508 1.175 -13.336 35.059
a_MO000Pbir2 -23.085 5.506 0.275 -28.590 -8.103
4_M0001 PbSrF -18.267 8.483 0.424 -26.749 0.000
4268000 PbF2 -18.789 6.119 0.306 -24.909 0.796
7060006 PbNP04 -8.56& 24.229 1.211 -32.793 -10.5M
4360000 Pbi2 -21.359 8.679 0.434 -30.039 -15.153
2060002 Pb0:1.33620 -11.119 -12.843 0.642 1.724 0.000
8260000 Pr4103 -7.905 -6.107 0.305 -1.798 7.212
2046001 Perictm -10.374 -22.782 1.139 12.408 36.085
8450005 Phi ttlpelte 2.873 -3.452 0.173 6.325 0.000
8646001 Phtogqptte dd 0.488 -39.317 1.966 39.806 42.300
4160002 Phoqenite -21.369 19.809 0.990 -41.178 0.000
6041008 Picromrite -16.873 4.107. 0.205 -20.975 0.000
5050004 Ptr88onlte -11.834 9.258 0.463 -21.091 0.050
2060003 Ptattnerlte -19.529 -52.133 2.607 32.604 70.736
7960003 Ptumogumlte -5.707 32.787 1.639 -M.&94 0.050
6041009 Potyhatlte -23.104 13.529 0.676 -36.633 0.000
2015001 Porttancltte -11.398 -23.802 1.190 12.404 31.000
8615002 Prehnite -2.782 -36.236 1.812 33.453 78.059
8215003 Ps-Uottutontte -5.894 -14.776 0.739 8.882 21.117
2047003 Pyrochrotte -6.4_ -15.200 0.760 8.716 0.000
2047104 Pyrotusite -4.401 -43.997 2.200 39.596 65.110
8603002 PyrophyLLite 5.809 0.685 0.034 5.124 28.415
207?002 quartz 1.274 4.796 0.240 -3.522 -5.400
6054_1 Itetgersfte -9.951 2.095 0.105 -12.045 -1.0M
5047000 Rhoclochrostte -2.24J, 10.493 0.525 -12.736 2.060
IKA7000 Rhodonite -5.116 -10.310 0.516 5.194 0.000

kpiot lte(m) -4.523 -18.774 0.939 14.251 0.000
Sepiot lte(c) -3.222 -31.723 1.586 28.501 0.000

2077003 810?.(m) -0.581 2.941 0.147 -3.522 -3.910
20TTOGd;SiO?.(ppt) -0.495 3.027 0.151 -3.522 -3.910
5028000 Siderite -6.692 10.379 0.519 -17.072 2.&80
S095000 Smithemntte -22.75& 9.740 0.487 -32.494 4.361
304_td)00Spinet -8.355 -39.975 1.999 31.620 89.109
7028100 Strengite -2.377 25.6/,3 1.282 -28.020 6.396
4141001 Sytvite -9.075 -1.029 0.051 -8.046 0.000
6041011 SlmSenlte -13.775 7.205 0.360 -20.980 0.000
4146002 Tachyhydrtte -49.619 -17.317 0.866 -32.302 0.000
864_K)02Tatc #g 0.746 -22.391 1.120 23.137 43.346
2023101 Tenorite -2.712 -8.279 0.414 5.567 15.235
6050002 Thlmsrdlte -10.552 0.272 0.014 -10.824 0.411
5050001 Themonatrtte -12.281 -0.238 0.012 -12.043 2.802
8215001 Tremottte -6.120 -64.794 3.240 58.673 109.523
5050007 Trona -17.386 11.405 0.570 -28.791 0.000
7060005 Tmmbite -15.711 9.792 0.490 -25.503 0.000
7028001 Vlvlenlte -19.893 36.001 1.800 -55.894 0.000
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8415003 Uairakite ## -0,718 -18.246 0.912 17,528 63.176
8095000 YtLtemite -40.697 -15,092 0,755 -25,605 31.322
8215002 UoLLaetontte -5,571 -14,453 0,723 8,8&?. 19,547
2095006 Z|nc|te -23,105 -12,063 0.603 -11,1)42 21.856
6095003 Zincosfte -35.566 -4,292 0,215 -31,274 19,207
5295000 Zn(B02)2 -30,036 -8,289 0,414 -21,747 0,000
5195000 Zn(NO3)2:6H20 -M.698 -2.291 0.115 -36,407 -6.637
2095000 Zn(Oll)2(m) -23,494 -12,452 0.623 -11,042 0,000
2095002 Zn(Otl)2(beta) -23,726 -12,684 0,634 -11,042 19,991
2095001 Zn(OII)2(c) -23,241 -12.199 0,610 -11,042 0,000
2095004 Zn(Oli)2(eFe) -23.441 -12.400 0.620 -11.042 19.671
2095003 Zn(OII)2(gamm) -22,871 -11,829 0,591 -11,042 0,000

95000 Zn(mtat) -69,163 -27,241 1.362 -41.922 36.781
6095000 Zn?.(OH)2S04 -49.817 -7.501 0.375 -42,316 0.000
4195001 Zn2(Ofl)3Ct -48.847 -15.176 0.759 -Y5.671 0.000
7095000 Zn3(PO4)2:4H20 -69.978 32,182 1.609 -102,160 0.000
6095002 Zn30(S04)2 -95,103 -21,512 1,076 -73,591 62.009
6095001 Zn4(Oil)6S04 -92.799 -28,399 1,420 -64,400 0,000
4195002 ZnS(OH)8CL2 -116,M2 -38.499 1,925 -78,383 0,000
4095000 ZnBr2:2H20 -46.868 -5.511 0.276 -41.356 7.517
5095001 ZnCO3:H20 -22.228. 10,266 0,513 -32,494 0,000
4195000 7.neL2 -41.946 -7.731 O.M7 -34.216 17.486
4295000 ZnF2 -51.369 -13.695 0.685 -37.674 378.477
4395000 Znl2 -54.569 -11,764 0,5M -42,805 112,883
6095004 ZnSO4:H20 -31.129 0.146 0.007 -31.275 10.636
8295000 ZnSi03 -18.142 -3,579 0,179 -14,564 16,221

# eqBeeeeeeeeeeeooee eeepmmee.em#.eee#me_eBeemeee _eeealmeeee_eeqlme_ee mleeee_eeeeeeeeme #

OUTPUTDATA FORSOLIDS WITH LOGK VARYINGWITH pH
(SoLIdo u|th lD - 0000009 Chinot have Log K vattm)

ID Name EQ-BD Set Index Log K 5X*LOg K LOg lAP
lelllJlllOliellOllillllllilllllUlOlllOllOlell OlleOllellOlljiOlllllleileOOlelllOe

8603003 ALL_n(A) IM -0,_ -7,757 0.388 7,6_
8603004 ALL_n(F) 0.748 -6,_ 0,339 7,5_

OUTPUTDATAFORSOLIDS UITH lAP VARYINGWITH ACTIVITES OF EXCHANGEABLECAT/ORS
(SoL|chi uith lD • 0000009 chi not have LOg g vaLues)

lD Name EQ-BD Set Index Log K 5X*Log K Log lAP
IIQoeeOIUooI_I_IImmOIIIII IDmaU_ellU_almUi_e_ e m_emoaml_eem_uma_l.l_B_ano_leee_!

8603005 hl_LLite 1.490 -10.016 0,501 11.508
_tn0r| LL0nite-BF 6.567 -1.427 0,071 7,_

_7 _TIAB 6.M5 -4.122 0.2_ 10.207
9 CLlnopti LoL|te ml,632
9 Nordon| te 0,129
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COMPLETELISTINGOFTHECONP.DAT(4.00)DATAFILE

CONP.DAT(4.O0) 8uts Coq)onont List
Created 9-20-91 by Ted Esry
STOP.
Version 4.00

10 Nam Charge Size (e) 14otecutsr Ht.
mgOmeeOellmOlllmlmelllllelellellOlelOlelllgelillelllllllle

003 °02(aq)' 0.0 3.0 32.000
005 °CH4(KI)' 0.0 3.0 16.0426
020 'Ag+' 1.0 3.0 107.8680
030 IAt.3* 3.0 9.0 26.9815
100 01_20 2.0 5.0 137.5400
130 'lr-' -1.0 4.0 79.9040
140 'C03-2' "2.0 5.0 60.0094
143 'Cii" "I.0 4.0 26.018
144 oOCN-' "1.0 &.O 42.017'
150 *C8_2o 2.0 6.0 40.MO0
160 'Cc_2' 2.0 6.0 112.3994
170 'Ce+3' 3.0 9.0 140.12
171 'Ce+4' 4.0 9.0 140.12
180 °Ct" "1.0 3.0 35.4530
181 *Ct04-° "1.0 3.0 99.451
200 'Co*Z' 2.0 4.5 58.933
201 °Co+3' 3.0 5.0 58.993
211 'trOll+2' 2.0 4.5 69.0033
210 'Or+2 ° 2.0 4.5 51.996
212 oer04-2 ° -2.0 4.0 115.994
220 'Cs+' 1.0 2.5 132.9050
230 'Cu+l ' 1.0 4.0 63.5460
231 0Cu+2' 2.0 6.0 63.5460
001 oi-' -1.0 0.0 O.0000
270 °F-° -1.0 &.O 18.998/,
141 OFutvste° -2.0 0.0 400.0000
280 OFe+2o 2.0 6.0 55.8470
281 ' Fs+3' 3.0 9.0 55.8470
330 'N+° 1.0 9.0 1.0MO
002 tri20' 0.0 0.0 18.0153
060 °IQAs03° 0.0 3.0 125.9437
061 'H3A804' 0.0 3.0 141.9431
090 'H3803o 0.0 4.0 61.8331
770 '_St04* 0.0 3.0 96.1155
142 'HtlMte ° "2.0 0.0 2000.0000
361 °Hg(Otl)2° 0.0 &.5 23&.61
360 OH92+2* 2.0 4.5 401.18
380 '1" "1.0 4.0 126.9044
410 oK+' 1.0 3.0 39.1020
440 'Lt.' 1.0 4.0 6.9390

°1_2' 2.0 8.0 24.3120
470 'lim2' 2.0 6.0 54.9380
471 ,Nra.3, 3.0 5.0 54.9380
472 oNn04-1' -1.0 4.0 118.9830
473 *lqn04-2' "2.0 4.0 118.9830
480 °14o+3' 3.0 5.0 95.94
481 0NO04"2' "2.0 4.0 159.94
490 'NH4+' 1.0 3.0 18.0386
491 oB)2- * "1.0 4.0 46.0055
492 ON03-* "1.0 3.0 62.0049
500 °Na'o" 1.0 4.0 22.9898

C.]



540 'iii+2* 2.0 4.5 58.7100
580 *P04-3' "3.0 4.0 94.9714
600 *PI_'2' 2.0 5.0 207.1899
670 'lt_2' 2.0 4.5 266.0
680 'Rb*' 1.0 4.0 85.4699
730 *HS-* "1.0 3.0 33.0720
731 *S' 0.0 0.0 32.0640
732 *S04-2' "2.0' 4.0 96.0616
733 *S03"2' "2.0 4.0 80.0622
734 'SCN" "1.0 4.0 58.0819
735 'S203-2' -2.0 4.0 112.1262
990 *SOil1' 0.0 0.0 0.0
991 'SOH2' 0.0 0.0 0.0
740 *Sh(Oil)3' 0.0 3.0 172.77'19
741 'Sb(Oil)6" ' "1.0 4.0 223.7938
760 *HSe-l* -1.0 4.0 ?9.968
761 *Hk03"1' "1.0 4.0 127.966
762 *Se04"2* "2.0 4.0 142.958
800 'Sr+2' 2.0 5.0 87.6200
8.50 *Th_* 4.0 5.5 232.038
871 'Tr (0il)3' 0.0 3.0 255.39
870 'Tt+l ' 1.0 2.5 204.37
890 'U+3' 3.0 5.0 238.0290
891 'U_* 4.0 5.5 238.0290
892 'U02+' 1.0 4.0 270.0278
893 *U02+2' 2.0 4.5 270.02?8
900 'V+2' 2.0 4.5 50.94
901 *V+3* 3.0 5.0 50.94
902 *ro*'2' 2.0 4.5 66.939
903 'V02+1' 1.0 4.0 82.939
992 'XPSIO* 0.0 0.0 0.0
993 'XPSlg o 0.0 0.0 0.0
994 *XPSID* 0.0 0.0 0.0
950 ' Zm.2' 2.0 6.0 65.3699
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COMPLETELISTINGOFTHEAQUEOUS.DAT(4.00)DATAFILE

AQUEU.DAT: Thermochemical data far Aqueous Species
FI Le History:
Data Version Person Action
9-20-91 4.00 T. Eary A fcur-Line detld)mm created for use by both

the mi and NINTEOgeachmnlcoL mxieLs. Data
incLuded ore as foLLows.
Line 1: lD#, name, del H(rxn), LogK(25C), charge,

ton size (enptrom), Iloncarborvlte
aLkaLinity factor, and moLecuLarwt.

Line 2: carbonate aLkaLinity factor, numbor of
reactants in foraitlon reaction,
reaction stotchiomtry Iknclspecies lD
miber (ai am tn oLd 6N and NINTH)

Line 3: Coefficients for tomperatura ckiloetldence
of the Log g I.e., Log I( - aO , ol/T +
aQ*T + a3*tog(T) + a4/T**2 Nhera T is
in degrees K. VaLues of 999. Indicate
no teaperoture data ave! Lad)La. In such
cases, the enthaLpy of raactton, if
ovalLad)La, wILL be used to caLcuLate
Log K vaLues far teqserotures other than
25 C using the Von:t Hoff equation. If
the enthalpy of reaction le adamant,then
the codes wiLL defauLt to the 25C-tool(
value.

Line 4: Reference for source of data. FuLL
citations are given mt tha bottom of
the f! La.

Note: ALL data lo read in FREEFORMATwith eLL
nBS am 18 character Length strings.

STOP.
Version 4.00
3300020 '011-1' 13.3620 -14.00 -1.00 3.00 1.00 17.0073
0.00 2 1.000 002 -1.000 330

-2.83971o+2 1.33230e+4 -5.069842a-2 1.022/_47e+2 -1.1196_H)e_
Nordstrom at aL. 1990

3304900 'NH3(oq)' 12.4810 -9.2517 0.00 3.00 0.00 17.0306
0.00 2 1.000 490 -1.000 330

999. 999. 999. 999. 999.
I(rqskO at mL. 1988

3304910 'HNO2CIq)' "3.4900 3.2207 0.00 3.00 0.00 47.0135
0.00 2 1.000 330 1.000 491

999. 999. 999. 999. 999.

Krupkmat mL. 1988
4907320 'NH4S04-1' 0.0000 1.1119 -1.00 4.00 0.00 114.1021

0.00 2 1.000 /,gO 1.000 732
999. V_. 999. 999. 999.
I(rupko at aL. 1988

3301400 'HC03-1' -3.561 10.329 -1.00 4.00 0.00 61.0171
1.00 2 1.000 140 1.000 330

1.078871e+2 -5.15179e+3 3.2528e-2 -3.892561e+1 5.637139e_5
Nordstrom at mL. 1990

3301401 'H2CO3(aq)' -5.?38 16.68 0.00 3.00 0.00 _Q.0251
0.00 2 1.000 140 2.000 330

5.19613e+2 -3.02174e+4 1.00821e-1 -1.85554e+2' 2.44400e+6
Nordstrom at mL. 1990

3301800 'HCt(aq)' 0.0000 -0.67 0.00 3.00 0.00 36.4610

D. 1



0.00 2 1.000 180 1.000 330
2.011220+3 -1.084950+5 3.13714e-1 -7.32023e,2 6.203200+6
E03/6 vereton: Elu.3245

3307320 'HS04-1' 3.85 1.988 -1.00 4.00 1.00 97.0715
0.00 2 1.000 732 1.000 330

-5.68890+1 2.30790+3 6.473e-3 1.988580+1 0.05
Nordstrom at at. 1990

3302700 *HF(oq), 3.18 3.18 0.00 3.00 0.00 2000063
0.00 2 1.000 270 1.000 330

-2.0330+0 4.29010+2 1.2645a-2 0.0000 0.0000
ilorchJtromat at. 1990

3302701 'HF2-1' 4.55 3.67 -1.00 4.00 0.00 39.0047
0.05 2 2.000 270 1.000 330

2.319030+3 -1.293950+5 3.44527o-1 -8.362890+2 7.57693e_
EQ3/6 version: m1_.3245

3302702 'H2FZ(aq)* 0.0000 6.7698 0.00 3.00 0.00 40.0127
0.05 2 2.000 270 2.000 330

999.999.999. 999. 999.
Krupka et aL. 1988

3305800 'HP04-2' -3.5230 12.37 -2.00 4.00 2.05 95.9793
0.00 2 1.000 580 1.000 330

-4.271H)6_1 5.452160+3 1.24985e-2 1.419850+1 -1.T/3250+5
Reed and Sp/char 1989: IOLVEQdatabase

3305801 *H2P04"1a "4.5150 19.57 "1.00 4.00 1.130 96.9872
0.00 2 1.000 580 2.000 330

1.299770+3 -7.414220+4 2.01096e-1 -4.63855e+2 5.00_850+6
tin|rh lt aL. 1986

3305802 'H3PO4(Iq)' -2.6150 21.70 0.00 3.00 0.00 97.9952
0.05 2 1.000 580 3.000 330

1.943800+3 -1.124170+5 2.96897e-1 -6.942090+2 7.48728e_
Smith et at. 1986

3307300 aHZS(eq)' -5.2820 6.99 0.00 3.00 0.00 54.0819
0.05 2 1.000 730 1.000 330

7.540934+2 -4.206160+4 1.19704e-1 -2.719960+2 2.78406e_
E03/6 version: acku_.3245

3307301 *S-2' 12.1180 -12.94 -2.00 3.00 2.00 32.0660
0.00 2 1.000 730 -1.000 330

6.002740+2 -5.463_0+4 3.70756e-2 -1.986320+2 4.4_
ECL_/6version: adu.3245

7317305 'S2-2' 11.&010 -11.81 -2.00 4.00 0.00 64.1320
0.00 3 1.000 730 1.000 731 -1.000 330

999.999.999. 999.999.

i Krupk, et at. 1988
7317301 *S3"2' 10.3970 "10.7954 "2.00 4.00 0.00 96.1980
0.00 3 1.050 730 2.000 731 "1.000 330

999. 999. 999. 999. 999.
KrUlOkmet mL. 1988

7317302 '_'2' 9.7040 "9.9891 "2.00 4.00 0.00 128.2640
0.05 3 1.000 730 3.000 731 "1.000 330

999.999.999.999.999.
Krupka et aL. 1988

7317303 'S5-2' 9.2980 -9.3939 -2.00 4.00 0.00 160.3300
0.00 3 1.000 730 4.000 731 -1.000 330

999.999.999.999.999.
Krupka it eL. 1988

7317304 *116"2* 0.0000 "9.8828 "2.00 4.00 0.00 192.3960
0.00 3 1.000 730 2.000 731 -1.000 330

999. 999. 999. 999. 999.
Krupko et aL. 1988

3307330 *HS03-1' 2.2200 7.1700 -1.00 4.00 1.00 81.0721
0.00 2 1.000 733 1.000 330

1.55725o+2 -2.378670+3 7.05294e-2 -6.531000+1 -4.54976e-5
6otdberg and Parker 1985

3307331 'H2SO3(aq)* 6.3800 9.0303 0.00 3.00 0.00 82.0801
0.05 2 1.000 733 2.000 330
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-1.35603,+2 8.24311,+3 2.05742,-2 4.58914,+1 -2.40594,+5
(;otdberg and Parker 1985

3307340 'HICN(mq)' 0.0000 -0.8495 0.00 3.00 0.00 59.0917
0.00 2 1.000 734 1.000 330

999. 999. 999.999.999.
Krupka at aL. 1988

3307350 'HS203-1' 5.7000 1.7225 -1.00 4.00 1.00 113.1381
0.00 2 1.000 330 1.000 735

999. 999. 999. 999. 999.
Krqldca at aL. 1988

3307351 'H2S203(mq)' 10.5500 2.3236 0.00 3.00 0.00 114.1461
0.00 2 2.000 330 1.000 735

999. 999. 999. 999. 999.
k:rulpka at aL. 1988

0201400 *AoC03-1* 0.0000 1.8735 -1.00 4.00 0.00 167.8774
2.00 2 1.000 020 1.000 140

999. 999. 999. 999. 999.
Krq31c8at mt. 1988

0201300 'Agar(i:l)* 0.0000 4.2279 0.00 3.00 0.00 187.7722
0.00 2 1.000 020 1.000 130

999. 999. 999. 999. 999.
ICrulpkaat mt. 1988

0201301 'AgDr2-1' 0.0000 7.2837 -1.00 4.00 0.00 267.6762
0.00 2 1.000 020 2.000 130

999. 999. 999.999.999.
Krupka at lit. 1988

0201800 'AoCt(mq)' -2.7230 3.38 0.00 3.00 0.00 143.3209
0.00 2 1.000 026 1.000 180

1.17952e+2 -5.10617e+3 1.90297e-2-4.29289e+1 2._070e+5
Ita_d anl f4wcher 1989: SOLVEOchltldaaise

0201801 *AoCL2-1* -3.9710 5.17 -1.00 4.00 0.00 178.7736
0.00 2 1.000 020 2.000 180

1.94514,+3 -1.19031e+5 2.60564e-1 -6.910930+2 8.1_2e*6
Reed lind f_char 1989: SOLVEOdetllblHle

0201802 'AoCt3-2* 0.0000 5.21 -2.00 4.00 0.00 214.2263
0.00 2 1.000 020 3.000 180

2.30029e,3 -1.50236e+5 2.70653a-1 -8.07536e+2 1.10174o+7
Reed anl SlWcher 1989: SOLVI[Qdmtmbue

0201803 *AgCt4-3' 0.0000 3.97 -3.00 4.00 0.00 249.6790
0.00 2 1.000 020 4.000 180

1.11750e+3 4.24587e+3 3.01Mle-1 -4.i!0595e+2 -4.65874e_
Reed and Slwcher 1989: SOLVEOdatabase

0202700 mAgF(aq)* -2.8750 0.36 0.00 3.00 0.00 126.8666
0.00 2 1.000 020 1.000 270

-1.33472e+3 7.659510+4 -1.93512e-1 4.801300+2 -4.63803e+6
Reed anl SlWcher 1989: SOLVI[Odmtml_e

0207300 'AoHS(mq)' 0.0000 13.85 0.00 3.1)0 0.00 140.9421
0.00 2 1.000 020 1.000 730

1.69440,+3 -9.42L_l_,e+4 2.20825e-1 -6.043L_e+2 5.79009e+6
Reed and Spycher 1989: SOLVEQdmtiibmse

0207301 'Ag(HS)2-1' 0.0000 17.71 -1.00 4.00 0.00 174.0161
0.00 2 1.000 020 2.000 730

-2.45934e.,.3 1.60089e.,.5 -2.81210,-I 8.63995e,2 -1.01304e+7
Gmmon8_ Barnes 1989

0203800 *AoI(MI)* 0.0000 6.5910 0.00 3.00 0.00 234.7727
0.00 2 1.000 020 1.000 380

999. 999. 999. 999. 999.
I(rupka at at. 1988

0203801 'A012-1' 0.0000 10.6781 -1.00 4000 0.00 361.6771
0.00 2 1.000 020 2.000 380

999. 999. 999. 999. 999.
K:rupkmat mt. 1988

0203300 *AoOH(mq)' 0.0000 -11.9103 0.00 3.00 0.00 124.8755
O.O0 3 1.000 020 1.000 002 - 1.000 330

999. 999. 999. 999. 999.
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Krupkeet at. 1988
0203301OA9(011)2-1' 0.0000 -23.9935 -1.00 4.00 0.00 161.0829
0.00 3 1.000 020 2.000 002 -2.000 330

gruPlmet eL. 1988
0207320*AGS04"1* 1.4360 1.2893 "1.00 4.00 0.00 203.9318
0.00 2 1.000 020 1.000 732

2.52961e_2 -1.81988e_ 3.22102e-2 _.74(Mle+l 1.4J_O_e_
Itql_dend Spychor19_JPz$OLVEOdatabase

020&920IA$1103(aq)' 0.0000 0.1&73 0.00 0.00 0.00 169.8731
0.00 2 1.000 020 1.000 492

_. _PP. _. _. _.
Krupkaet at. 19M

020&910*Ali(H02)2-10 0.0000 3.9581 -1.00 4.00 0.00 199.6793
0.00 2 1.000 020 2.000 691

999.999.999.999.999.
Kruplm,t aL. 1988

0201302 'Agar3-2' 0.0000 8.7093 -2.00 4.00 0.00 347.5802
0.00 2 1.000 020 3.000 130

999.999.999.999.999.
Krupkaet aL. 1988

0203802'A013-2' -29.2010 13.3630 -2.00 4.00 0.00 488.5816
0.00 2 1.000 020 3.000 380

999.999.999.999.999.
Krw)kset lit. 1988

0203803'AoI4-3 ° 0.0000 14.0865 -3.00 4.00 0.00 615.4861
0.00 2 1.000 020 4.000 380

Krupkeet at. 1_
0207302aAo(S4)2"3' 0.0000 0.9895 "3.00 4.00 0.00 364.3962
0.00 4 1 000 020 2.000 730 -2.000 330 6.000 731

999.999.999.999.999.
Krupkaet aL. 1988

0207303'AoS4$5-$' 0.0000 0.6743 -3.00 4.00 0.00 396.4622
0.00 4 1.000 020 2.000 730 -2.000 330 7.000 731

999.999.999.999.999.
grq=koet It. 1988

0207304 'Ag(HS)S&-2_ 0.0000 10.4304 -2.00 4.00 0.00 269.2061
0.00 4 1.000 020 2.000 730 -1.000 330 3.000 731

999.999.999.999.999.
Krupkaet ot. 1988

0207330'AGS03-1' 0.0000 5.5971 -1.00 4.00 0.00 187.9324
0.0_ 2 1.000 020 1.000 733

999.999.999.999.999.
Krupkaet aL. 1988

0207331,Ag(S03)2-3, 0.0000 8.6756 -3.00 4.00 0.00 267.9966
0.00 2 1.000 020 2.000 733

999.999.999.999.999.
ICrm_ et aL. 1968

0207332 'Ao(S03)3"5' 0.0000 8.WP61 "5.00 4.00 0.00 3kB.OdX)8
0.00 2 1.000 020 3.000 733

999.999.999.999.999.
Krupkmet mL. 19(18

0207340 'AoSClI(aq)' 0.0000 4.7&83 0.00 3.00 0.00 165.9519
0.00 2 1.000 020 1.000 734

999.999.999.999.999.
Krupk_et aL. 1988

0207341 'Ao(SCN)2-1' 0.0000 8.3062 -1.00 4.00 0.00 224.0357
0.00 2 1.000 020 2.000 734

999. 999. 999. 999. 999.
Krupkaot aL. 1988

0207342 'Ao(SCH)3-2' 0.0000 9.5141 -2.00 4.00 0.00 282.1194
0.00 2 1.000 020 3.000 734

999. 999. 999. 999. 999.
Krupkaot It. 1988
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0207343 'Ag($C#)4-3' 0.0000 9.6959 -3.00 4.00 0.00 340.2032
0.00 2 1.000 020 4.000 734

999. 999. 999. 999. 999.

grupk8 et at. 1988
0207350 'AGS203-1' 0.0000 7.0704 -1.00 4.00 0.00 219.9984

0.00 2 1.000 020 1.000 735
999.999.999. 999.999.
grupkll et sL. 1988

0207351 *Ag(5203)2-31 -19.0950 13.4547 -3.00 4.00 0.00 332.1286
0.00 2 1.000 020 2.000 735

999. 999. 999. 999. 999.
grupkll et lit. 1988

0207600 'Ag2k(aci)' 0.0000 34.9882 0.00 3.00 0.00 294.6964
0.00 3 1.000 760 2.000 020 -1.000 330

999. 999. 999. 999. 999.
Krupka et aL. 1988

0207601 'AgOH(Se)2-4' 0.0000 -18.5804 -4.00 4.00 0.00 282.7'955
0.00 4 2.000 760 1.000 _20 1.000 002 -3.000 330

999. 999. 999. 999. 999.

grq_ka et aL. 1988
0207610 *AgSe03-1j 0.0000 -5.5817 -1.00 4.00 0.00 234.8264

0.00 3 1.000 761 1.000 020 -1.000 330
999. 999. 999. 999. 999.
Krupka et aL. 1988

0207611 *Ag(Se03)2-3* 0.0000 -10.9625 -3.00 4.00 0.00 361.7846
0.00 3 2.000 761 1.000 020 -2.000 330

999. 999. 999. 999. 999.
Kruplcaet at. 1988

0303300 *ALOH+2* 11.49 "5.00 2.00 4.50 0.00 43.9889
0.00 3 1.000 030 1.000 002 "1.000 330

"3.8253_1 -6.5627e+2 0.0000 1.4327e+1 0.0000
Nordstrom et IlL. 1990

0303301 *At(OH)2.1* 26.9 -10.11 1.00 4.00 0.00 60.9962
0.00 3 1.000 030 2.000 002 -2.000 330

8.8500,+1 -9.3916e+3 0.0000 -2.7121e+1 0.0000
Nordstrom et II. 1990

0303303 'AL(OH)3Cacl)' 39.89 "16.94 0.00 3.00 0.00 78.0036
0.00 3 1.000 030 3.000 002 -3.000 330

2.26374e+2 -1.82478e+4 0.0000 -7.3597e+1 0.0000
Nordstrom et aL. 1990

0303302 'AL(OH)4-1' 42.30 "22.67 -1.00 4.00 0.00 95.0109
0.00 3 1.000 030 4.000 002 -4.000 330

5.1578e+1 -1.11689e+4 0.0000 -1.4865e+1 0.0000
Nordstrom et mL. 1990

0303304 'AL2(OH)2+4* 17.6500 -7.M90 4.00 5.00 0.00 87._778
0.00 3 2.000 030 2.000 002 -2.000 330

999. 999. 999. 999. 999.
i(rupka et aL. 1988

0303303 'AL3(OH)4+50 34.3900 "13.8607 5.00 5.00 0.00 148.9740
0.00 3 3.000 030 4.000 002 -4.000 330

999.999.999. 999.999.
Krupka et eL. 1988

0302700 'ATF+2* 1.06 7.00 2.00 4.50 0.00 45.9799
0.00 2 1.000 030 1.000 2rO

i

3.12133e+3 -1.72679e+5 4.65847e-1 -1.12665e+3 1._:'.-%e+7
EQ3/6 version: adss.3245

0302701 *ALF2.I' 1.98 12.60 1.00 4.00 0.00 64.9783
O.O0 2 1.000 030 2.000 270

4.30620e+3 -2.37929e+5 6.51142e- 1 -1.5547e+3 1.39889e+7
EG3/6 version: nu:Jas.3245

0302702 *ALF3(aCl)' 2.16 16.70 0.00 3.00 0.00 83.9767
0.00 2 1.000 030 3.000 270

2.02361e+3 -9.10283e+4 4.24316e-1 -7.59007e+2 4.4/_31e+6
EG3/6 vers|on: mds8.3245

0302703 'ATF4-1' 2.2 19.10 -1.00 4.00 0.00 102.9751
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0.00 2 1.000 03O 4.000 27O
6.TlSgOe*3 -3.72626e+5 9.96634e-1 -2.&2133e+3 2.19228e+7
E0316 version: m.3245

0302704 'AtF5-2' 1.84 20.97 -2.00 4.00 0.00 1;.'1.9735
0.00 2 1.000 030 5.000 27'0

7.78654_3 -&.30218e*5 1.17663qw0 -2.81232e+3 2.S3705e*7
Ea316 version: m.3245

0302705 'ATF6-3' -1.67 20.60 -3.00 4.00 0.00 140.9719
0.00 2 1.000 030 6.000 21'0

gqm. _. _. _. ggJ).
Nordstrom et ot. 1990

0307320 'ArSOn1' 2.1500 3.02 1.00 4.00 0.00 1ZS.O&51
0.00 2 1.000 030 1.000 732

3.97631qW3 -2.20177e*5 6.10821e-1 -1.44017e,3 1.30337e,7
Etl316 version= m.3245

0307321 'At(SO&)2-1' 2.84 4.90 -1.00 4.00 0.00 219.1087
0.00 2 1.000 030 2.000 732

$.8038g_3 -3.23819e_ 8.30936e-1 -2.09038e,3 1.88293e,7
Ea316 version: m.3245

0307322 *AtNSO_2' 0.0000 2.45 2.00 4.00 0.00 124.(511
0.00 3 1.000 030 1.000 732 1.000 330

999.999.999.999.999.
Ilor_trom et or. 1990

0603300 eH2AeO3-1' 6.5500 "9.29 "1.00 4.00 1.00 124.q_57
0.00 2 1.000 060 -1.000 330

-4.59183e,2 2.4dWSle_ -7.32042e-2 1.64850e,2 -1.68781e,6
&eilL'het eL. 1966

0603301 *ilAsOS'21 12.6900 "21.36 "2.00 4.00 2.00 123.9277
0.00 2 1.000 iMO "2.000 330

-9.03561e_1 -1.00048_2 -5.45171e-2 3.6_159e_1 -4.48039e_
Reed end _ 1989= SOLVEOdmtabme

0603302 *AsOS'3' 0.0000 "3&.76 "3.00 4.1X) 3.00 122.9197
0.00 2 1.000 060 "3.000 330

-4.860&le*l -5.552344*3 -6.TOlS3e-2 2.25165e,1 -2.90SO3e_
Reed and Spycher 1gog: WLVEOdate

0613301 'NZAsOr_-l, -1.6900 -2.2/, -1.00 4.00 1.00 l&O.q_$1
0.00 2 1.000 061 -1.000 330

-$.343S?e+2 3.12&lOe_ -8.255&Be-2 1.917&?e*2 -2.00187e,6
&ni'Lh et at. 1986

0613302 'NANO&'2' "0.9200 "9.18 "2.00 4.00 2.00 139.9271
0.00 2 1.000 061 "2.000 330

-1.g2980e_3 1.13925e+5 -2.781qge-1 6.88T/'le+2 -7.3(dATe,6
Smith et at. 1986

0613303 'As04"3* 3.4300 "20.69 "3.00 4.00 3.00 138.9192
0.00 2 1.000 061 "3.000 330

"1.8571Se'3 1.074T/e*5 -2.86473e-1 6.63518e+2 -7.151044_
Ril41d_ _ lg69: SOLVEOdltdW44

0603303 'AeO*l* 0.0000 "0.3049 1.00 4.00 0.00 90.9210
0.00 3 1.000 060 1.000 330 -2.000 002

999.999.999.999.999.
ICruplmet mL. 1968

0612700 'AsO3F-2' 0.0000 38.5059 -2.00 4.00 0.()0 141.9182
0.00 4 1.000 061 1.000 270 -1.000 002 -1.000 330

999.999.999.999.999.
I(rupka et at. 1968

0612791 'NAsOSF-I' 0.0000 44.3771 -1.00 4.00 0.00 1/,2.9261
0.00 3 1.000 061 1.000 270 -1.000 OOZ

999.999.999. 999.999.
ICrupka et lbL. 1go8

1003300 'ikmOi_l' 0.0000 -13.47 1.00 4.00 0.00 154.3343
0.00 3 1.000 100 1.000 002 -1.000 330

999.999.999.999.999.
Nordstrom et aL. 1990

1007350 'hS203(eq)' 2.5990 2.3331 0.00 3.00 0.00 249.4572
0.00 2 1.000 100 1.000 735
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999. 999. 999. 999. 999.
Krupkm tt ,t. 1988

1007320 'ileS04(aq)' 0.0000 2.70 0.00 3.00 0.00 233.3906
0.00 2 1.000 100 1.000 732

1.10484e+3 -5.83237e+4 1.1K304e-1 -4.03513e+2 3.28913e_6
EQ3/6 version: adu.3245

1004920 '8ad103+1' 1.7050 -0.4962 1.00 4.00 0.00 199.3319
0.00 2 1.000 100 1.000 492

999. 999.999.999.999.
Krupku et •t. 1988

1001400 'SaCO3(mq)* 3.55 2.71 0.00 3.00 0.00 197.3362
2.00 2 1.000 100 1.000 140

1.13e-1 0.0000 8.721e-3 0.0000 0.0000
Nordstrom et aL. 1990

1001401'hH_+l' 1.999 11.31 1.00 4.00 0.00 198.3441
1.00 3 1.0(0)100 1.0(0)140 1.0(0)330

1.89679e.0,2-1._0_ 5.69_-2 -6.90466e41 8._7•+5
Nordstrom it mL. 1990

1001800 mBaCL+' 0.0000 -0.50 1.00 4.00 0.00 172.7930
0.00 2 1.000 100 1.000 180

9.27365e+2 -5.2377le+& 1.&666Be-1 -3.36103e+2 3.17711e+6
ETL3/6vers|on: mclas.3245

1002700 *OAF+m 0.0000 -0.18 1.00 4.00 0.00 156.3384
0.00 2 1.000 100 1.000 270

9.44371e+2 -5.37124e+4 1.471_0e-1 -3.41609e+2 3.29296e+6
E0316 version: mcl88.3245

0902700 'BF(OH)3-1' 1.8510 -0.4024 -1.00 4.00 0.00 80.8314
0.00 2 1.000 090 1.000 270

999. 999.999.999. 999.
Krupkaot mL. 1988

0902701 08F2(OH)2-1' 0.0000 9.0575 -1.00 4.00 0.00 82_8225
0.00 4 1.000 090 2.000 270 -1.000 002 1.000 330

999. 999.999.999. 999.
Krupk•et eL. 1988

0902702 '8F30H-10 -6.8490 14.6531 -1.00 4.00 0.00 84.8135
0.00 4 1.000 090 3.000 270 -2.000 002 2.000 330

999. 999. 999. 999. 999.
Krupkm et mL. 1988

0902703 08F4"1' "7.0640 20.0398 "1.00 4.00 0.00 86.8046
0.00 4 1.000 090 4.000 270 "3.000 002 3.000 330

999. 999. 999. 999. 999.

grulPk• et al. 1988
0903301 'H2803-' 3.3750 -9.24 -1.00 4.00 1.00 42.8098
0.00 2 1.000 090 -1.000 330

-5.39813e+2 3.01537e+4 -8.31712e-2 1.92647e+2 -1.99636e+6
Smith et •L. 1986

0903302 '8407"20 0.0000 "14.8158 "2.00 4.00 2.00 155.2398
0.00 3 4.0(0)090 -2.000 330 -5.000 002

999. 999.999.999. 999.
Krqmkaet mt. 1988

0903304 'H8407-1* 0.0000 -0.7469 -1.00 4.00 1.00 156.2477
0.00 3 4.000 090 -1.000 330 -5.000 002

999. 999.999.999. 999.

Krupkaet aL. 1988
0903305 'H2B407(KI)' 0.0000 5.3501 0.00 3.00 0.00 157.2557
0.00 2 4.000 090 -5.000 002

999. 999. 999. 999. 999.
Krupk• et aL. 1988

1503300 'C•OH+I* 14.7440 -12.60 1.00 4.00 0.00 57.0853
0.00 3 1.000 150 1.000 002 -1.000 330

2.97654e+3 -1.72892e+5 4.22128e-1 -1.07109e+3 1.02511e+7
Reed and Spycher 1989: SOLVEQd•t•b•se

1501400 'C•HC03+I' -0.871 11.44 1.00 4.00 0.00 101.0951
1.00 3 1.000 150 1.000 140 1.000 330

1.38502e+3 -4.38612e+4 3.54651e-1 -5.42041e+2 8.03206e+5
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Norcbtranet mL. 1990
1501401'CaC05(aq)' 3.545 3.224 0.00 3.00 0.00 100.0872
2.00 2 1.000 150 1.000 140

-1.228732e_3 3.551273e_ -2._P4_e-1 4.85818e+2 0.0000
Nordotrolaet at. 1990

1507320'CdO4(aq)' 1.65 2.11 0.00 3.00 0.00 136.1416
0.00 2 1.000 150 1.000 732

1.72726_3 -9.53213e4_ 2.67072e-1 -6.25751e+2 5.62661e.6
E0316vers|on: uu_u.3245

1505800'CaNP04(aq)I "0.2250 15.0819 0.00 3.00 0.00 13_.0573
0.00 3 1.000 150 1.000 580 1.000 330

999.999.999.999.999.
Kruplulet IlL. 1988

1505801oCaPO4-11 3.0450 6.4620 -1.00 4.00 0.00 135.0494
0.00 2 1.000 150 1.000 580

999. 999. 999.999.999.
[rupka et aL. 1088

1505802,CaH2PO4+I, -1.1150 20.9531 1.00 4.00 0.00 137.(M52
0.00 3 1.000 150 1.000 580 2.000 330

Krup_ et at. 1988
1504920*CAN03+1' "5.9650 0.7337 1.00 4.00 0.00 102.0829
0.00 2 1.000 150 1.000 492

999. 999. 999. 999. 999.
Krupkuet eL. 1988

1502700'CaF+I' 4.12 0.M 1.00 4.00 0.00 59.076&
0.00 2 1.000 150 1.000 270

8.66735e*2 -5.04724e+4 1.41030e-1 -3.21003e+2 3.15200e_
E0316version: mClH.3245

1501800aCaCt.' 0.0000 -0.71) 1.00 4.00 0.00 75.5330
0.00 2 1.000 150 1.000 180

8._5e.2 -4.80866e_ 1.34966e-1 -3.0654dSe+23.02475e.6
EG316version: mdu.3245

15018010CaCt2(aq)* 0.0000 -0.64 0.00 3.00 0.00 110.9860
0.00 2 1.000 150 2.008 180

1.6Tr41e_3 -9.43826e_ 2.67594e-1 -6.09292e+2 5.90016e.6
E0516version: adu.3245

1507350'CaS203(aq), 0.0000 1.H 0.00 3.00 0.00 152.2082
0.00 2 1.000 150 1.000 735

Krupicaat eL. 1988
1601800*CdCL.I* 0.5880 2.7238 1.00 4.00 0.00 147.8637
0.00 2 1.000 160 1.000 180

_;_. 999. _;;9. _. _;_.
grupkaet eL. 1988

1601801*CdCt2(aq)' 1.2450 3.3673 0.00 3.00 0.00 183.3164
0.00 2 1.000 160 2.000 180

999.999.999.999.999.
Krupkaet eL. 1988

1601802 ICdCt3"l* 3.M70 2.7546 "1.00 4.00 0.00 218.7691
0.00 2 1.000 160 3.000 180

999.999.999.999.999.
Krupka at aL. 1988

1601804*CclCL4"2* 0.0000 1.M15 "2.00 4.00 0.00 254.2218
0.00 2 1.000 160 4.000 180

999.999.999.999.999.
Krupkaet mL. 1988

1602700*CdF+I' 0.0000 1.0980 1.00 4.00 0.00 131.4094
0.00 2 1.000 160 1.000 270

999. 999.999.999.999.
Krupkaet eL. 1988

1602701*CdF2(aq)' 0.0000 1.4997 0.00 3.00 0.00 150.4078
0.00 2 1.000 160 2.000 270

999.999.999.999.999.
Krupkaat eL. 1988
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1603301 'Cd(OH)2(ml)' 21.3844 -20.8780 0.00 21.00 0.00 146.4257
0.00 21 1.000 160 2.000 002 -2.000 2130

999. 999. 999. 999. 999.
Rat and Fetnr/ 1991m

1603303 'CdCOH)4-2' 0.0000 -47.4360 -2.00 4.00 0.00 180.4404
0.00 3 1.000 160 4.000 002 -4.000 330

999.999.999. 999. 999.
Rat and FeLw 1991a

1603304 'Ccl20_3' 10.8970 "9.3859 3.00 5.00 0000 241.8293
0.00 3 2.000 160 1.000 002 "1.000 330

999. 999. 999. 999. 999.
ICrupkli ot lit. 1988

1603305 'Cd&(OH)4+4' 0.0000 -32.8524 4.00 5.00 0.00 517.6734
0.00 3 4.000 160 4.000 002 -4.000 330

999. 999. 999. 999. 999.
I(rupkm et eL. 19e8

1601803 *CdOHCt(mq): 0.0000 -7.4046 0.00 3.00 0.00 164.8710
0.00 4 1.000 160 1.000 002 -1.000 330 1.000 180

999.999.999.999. 999.
I(rqpk8 et lit. 1988

1604920 'CdllO._l' "5.2030 0.4M4 1.00 4.00 0.00 174.4159
0.00 2 1.000 160 1.000 492

999. 999. 999. 999. 999.
ICrq)kj et lit. 1988

1604921 'CdCNO3)2(mq)' 0.0000 0.1979 0.00 21.00 0.00 236.6209
0.00 2 1.000 160 2.000 492

999. 999. 999. 999. 999.
gruplm et lit. 1988

1607320 *C¢lSO4(liq)* 1.1)820 2.4577 0.00 3.00 0.00 2M.4766
0.00 2 1.000 160 1.000 732

Kr14_li et lit. 1988
1607300 'CdHS+I' 0.0000 7.62M 1.00 6.00 0.00 165.4849
0.00 2 1.000 160 1.000 730

999.999.999.999. 999.
ICrupkmet mt. 1M8

1607301 'Cd(HS)2(mq)' 0.0000 16.6040 0.00 3.00 0.00 178.5589
0.00 2 1.000 160 2.000 730

999.999.999. 999. 999.
Krq:)kli et lit. 1988

1607302 'Cd(HS)3-1' 0.0000 16.5002 -1.00 6.00 0.00 211.6328
0.00 2 1.000 160 3.000 730

999. 999. 999. 999. 999.
ICrupkli et liL. 1988

1607303 'CdCHS)4-2' 0.0000 18.8949 -2.00 6.00 0.00 244.7068
0.00 2 1.000 160 4.000 730

999.999.999. 999. 999.
ICrupkmet mL. 1988

1601300 'CdBr+l' -0.8000 2.1667 1.00 6.00 0.00 192.3150
0.00 2 1.000 160 1.000 130

999.999.999. 999. 999.
ICrupkmet mt. 1988

1601301 *C¢lBr2(mq)' 0.0000 2.9026 0.60 3.00 0.00 272o2190
0.00 2 1.000 160 2.000 130

999. 999. 999. 999. 999.
ICrUldCmet mL. 19/18

1603800 *Cdl+l ' -2.3680 2.1396 1.00 4.00 0.00 239.3155
0.00 2 1.000 160 1.000 380

999. 999. 999. 999. 999.
Krupkm et mt. 1988

1603801 'CdX2(mq)' 0.0000 3.5990 0.00 3.00 0.00 366.2199
0.00 2 1.000 160 2.000 380

999.999.999.999.999.
Krupkm et mL. 1988

1601600 'CdHC03+I' 0.0000 12.6901 1.00 4.00 0.00 173.6281
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1.00 3 1.000 160 1.000 140 1.000 330
999. 999. 999. 999. 999.
Krul_met mt. 1988

1601401 'CdCO3(a:l)I 0.0000 4.71 0.00 3.00 0.00 172.4202
2.00 2 1.000 160 1.000 140

999. 999.999.999. 999.
Ra! and FeLw 1991b

1601402 'Cd(C03)2-21 0.0000 6.49 -2.00 4.00 0.00 292.4386
4.00 2 1.000 160 3.000 140

999. _9. 999. 999. 999.
Re! and FetW 1991b

1607321aCd(S04)2-21 0.0000 3.5007 -2.00 4.00 0.00 304.5382
0.00 2 1.000 160 2.000 ?32

999.999.999.999.999.
Krupkmet mt. 1988

1607340 ,ra:liKe1* -0.7000 1.3304 1.1)04.00 0.00 170.4947
0.00 2 1.000 160 1.000 73/,

999. 999.999.999. 999.
Krupkeet ilL. 19e8

1607341'Cd(lCN)2(aq)' 0.0000 1.8808 0.00 3.00 0.00 228.5785
0.00 2 1.000 160 2.000 734

999.999.999.999.999.
grupkliet aL. 1988

16073/,2 'Cd(SCN)3-1* 0.0000 1.9124 -1.00 4.00 0.00 286.6622
0.00 2 1.000 160 3.000 734

999. 999.999.999. 999.
I(rul_li lit lit. 1988

1607343'Cd(|CN)4-2* 0.0000 2.9114 -2.00 4.00 0.00 3_.7_0
0.00 2 1.000 160 4.000 73/,

999.999.999.999.999.
I(rupkli lit lit. 1988

1607350 'CdS203(aq)' 1.3010 3.899S 0.00 3.00 0.00 224.5412
0.00 2 1.000 160 1.000 735

999.999.999.999.999.
grlJIskliet lit. 1988

1607351'Cd($203)2-2' 0.0000 6.4429 -2.00 4.00 0.00 336.6714
0.00 2 1.000 160 2.000 735

999.999.999.999.999.
ICrupkmet liL. 1988

1607610 'Cd(Se03)2-2' 0.0000 -11.1648 -2.00 4.00 0.00 366.3274
0.00 3 2.000 761 1.000 160 -2.000 330

999.999.999.999.999.
ICrupkmet mL. 1988

1607620 'CdSeO4(aq), 0.0000 2.1843 0.00 3.00 0.00 255.3686
0.00 2 1.000 762 1.000 160

999.999.999.999.999.
grul_li et mL. 1988

1702700'CEF.2* 0.0000 -3.4T?0 2.00 5.00 0.00 159.1140
0.00 2 1.000 170 1.000 270

999. 999. 999. 999. 999.
Peterlion et lit. 1986

1701800'CeCt.2' -24.9689 0.8040 2.00 5.00 0.00 173.5730
0.00 2 1.000 170 1.000 180

999.999.999.999.999.
Peterlion et lit. 1986

1701810'CeCt04+2' -35.322.7 12._8_ 2.00 5.00 0.00 239.5710
0.00 2 1.000 170 1.000 181

999.999.999.999.999.
Peterlionet lit. 1986

1701300'Cdf+2' 0.0000 -0.6050 2.00 5.00 0.00 220.02/,0
0.00 2 1.000 170 1.000 130

999.999.999.999.999.
Petilrion et lit. 1986

1707320'CeS04** -161.8738 -3.4460 1.00 4.00 0.00 236.1816
0.00 2 1.000 170 1.000 732
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999. 999. 999. 999. 999.
Peterson et at. 1986

1707321 'Ce(S04)2-1' -325.6119 -5.0710 -1.00 4.00 0.00 332.2432
0.00 2 1.000 170 2.000 732

999. 999. 999. 999. 999.
Peterson et at. 1986

1704920 *CeliO._2' 0.0000 -1.0800 2.00 5.00 0.00 202.1249
0.00 2 1.000 170 1.000 492

999.999.999.999.999.
Peterlon et at. 1986

2003300 *COON+I 0.0000 -9.6681 1.00 4.00 0.00 73.9405
0.00 3 - 1.000 330 1.000 200 1.000 002

999. 999. 999. 999. 999.
Peterlon et at. 1986

2003301 'Co(Oil)2(oq), 0.0000 -18.7571 0.00 3.00 0.00 92.9470
0.00 3 - 2.000 330 2.000 002 1.000 200

999.999.999. 999. 999.
Peterson et at. 1986

2003302 'Co(ON)3-' 0.0000 -32.2293 -1.00 4.00 0.00 109.9551
0.00 3 -3.000 330 3.000 002 1.000 200

999.999.999. 999. 999.
Peterson lt at. 1986

2003303 ,Co(ON)4-2, 0.0000 -45.7822 -2.00 4.00 0.00 126._24
0.00 3 -4.000 330 4.000 002 1.000 200

999. 999. 999. 999. 999.
Peterson et aL. 1986

2003304 'Co2ON+3, 0.0000 -11.2806 3.00 5.00 0.00 134.8737
0.00 3 -1.000 330 1.000 002 2.000 200

999. 999. 999. 999. 999.
Peterson et aL. 19/_

2003305 'HCoO2-' 0.0000 -21.2419 -1.00 4.00 0.00 91.9399
0.00 3 -3.000 330 2.000 002 1.000 200

999.999.999. 999. 999.
Peterson et at. 1986

2003306 'Co4(Oll)4+4' 0.0000 -30.3162 4.00 5.50 0.00 303.7620
0.00 3 -4.000 330 4.000 002 4.000 200

999.999.999.999.999.
Peterson et at. 1986

2002700 'CEF+' 0.0000 0.4105 1.00 4.00 0.00 77.9316
0.00 2 1.000 200 1.000 270

999. 999. gw. gw. 999.
Peterlon et at. 1986

2001400 'CoCO3(aq)' 0.0000 3.1738 0.00 3.00 0.00 118.9424
2.00 2 1.000 200 1.000 140

999o gw. 999. 999. 999.
Peterson et at. 1986

2001401 *CONCO._' 0.0000 11.7204 1.00 4.00 0.00 119.9503
1.00 3 1.000 200 1.000 140 1.000 330

gw. gw. 999. 999. 999.
Peterson et at. 1986

2007300 'CoNS+* 0.0000 6.5089 1.00 4.00 0.00 92.0011
0.00 2 1.000 200 1.000 730

999. 999. gw. 999. 999.
Peterson et at. 1986

2007301 'Co(HS)2(KI)' 0.0000 8.7665 0.00 3.00 0.00 125.0690
0.00 2 1.000 200 2.000 730

999. 999. 999. 999. 999.
Peterson et lit. 1986

2007350 'CoS203(KI)' 0.0000 -16.8586 0.00 3.00 0.00 171.0514
0.00 2 1.000 200 1.000 735

999.999.999. 999. 999.
Peterson lt at. 1986

2005800 *CoHP04(aq)* 0.0000 14.5278 0.00 3.00 0.0_ 154.9125
0.00 3 1.000 200 1.000 580 1.000 330

999. gw. gw. gw. 999.
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Peterson et aL. 1986
2005801 'COP207-2' 0.0000 26.8932 -2.00 4.00 0.00 232.8765

O.O0 4 - 1.000 002 1.000 200 2.000 580 2.000 330
999.999.999.999.999.
Peterson et 8L. 1986

2004900 0Co(MH3)+2, 11.0600 -7.2499 2.00 4.50 0.00 75.9636
0.00 3 -1.000 330 1.000 200 1.000 490

999.999.999.999.999.
Peterson et aL. 1986

2004901 ,Co(NH3)2*2, 0.0000 -15.0130 2.00 4.50 0.00 92.9940
0.00 3 -2.000 330 1.000 200 2.000 490

Peterson et at. 1986
2004902 'C0(1tH3)3+2' 0.0000 -23.4357 2.00 4.50 0.00 110.0244
0.00 3 -3.000 330 1.000 200 3.000 490

Peterson et aL. 1986
2004903 ,Co(fill3)&+2' 0.0000 -32.0783 2.00 4.50 0.00 127.0548
0.00 3 -4.000 330 1.000 200 4.000 490

999. 999. 999.999.999.
Peterson et mt. 1986

2004904 'Co(NH3)5+2' 0.0000 -41.2340 2.00 4.50 0.00 144.0852
0.00 3 -5.000 3.30 1.000 200 5.000 490

999. 999. 999. 999. 999.
Peterson et at. 1986

2014907 'Co(NH3)6+3' 29.3100 -32.5562 3.00 5.00 0.00 161.1156
0.00 3 -6.000 330 1.000 201 6.000 490

999. 999. 999.999.999.
Peterson et at. 1986

2014900 'Co(#H.3)5(1102)+2' 15.6600 -23.3272 2.00 4.50 0.00 190.0907
0.00 4 o5.000 3.30 1.000 201 5.000 490 1.000 491

999.999.999.999.999.
Peterlon lt at. 1986

2014901 'Co(N_)6(OH)+2' 0.0000 -43.6903 2.00 4.50 0.00 178.1229
0.00 4 -7.000 330 1.000 201 6.000 490 1.000 002

999.999.999.999.999.
Peterson et aL. 1986

2014902 'Co(NIL3)SCt+2, 27.0930 -18.0_ 2.00 4.50 0.00 179.5382
0.00 4 -5.000 330 1.000 201 5.000 490 1.000 180

999. 999. 999. 999. 999.
Peterson et al.. 1986

2016903 'Co(NH3)dM:t+2' 24.9430 -_.0068 2.00 4.50 0.00 196.5686
0.00 4 -6.000 330 1.000 201 6.000 490 1.000 180

999.999.999.999.999.
Peterson et al. 1986

2014994 'Co(ltH3)_4r+2' 26.4490 -33.9980 2.00 4.50 0.00 241.0196
0.00 4 -6.000 330 1.000 201 6.000 490 1.000 130

999.999. 999.999.999.
Peterlon lt at. 1986

2014905 'Co(NIL3)61+2, 27.6090 -33.5912 2.00 4.50 0.00 288.0201
0.00 4 -6.000 330 1.000 201 6.000 490 1.000 380

999.999.999.999.999.
Peterson et at. 1986

2014906 'Co(NIL3)6(S04)+' 29.7300 -29.1625 1.00 4.00 0.00 257.1732
0.00 4 -6.000 330 1.000 201 6.000 490 1.000 732

999.999.999.999.999.
Peterson et at. 1986

2113300 'Ct+3' 0.0000 3.5660 3.00 5.00 0.00 51.9961
0.00 3 1.000 211 1.000 330 -1.000 002

Krupka et aL. 1988
2113301 'CrCOH)2+I' 0.0000 -6.2120 1.00 4.50 0.00 86.0108

0.00 3 1.000 211 -1.000 330 1.000 002
999.999. 999.999.999.
Krupicl et at. 1988
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2110020 'Cr(Ofl)3(iq), 0.0000 -12.5707 0.00 3.00 0.00 103.0181
0.00 3 1.000 211 2.000 002 -2.000 330

999. 999. 999. 999. 999.

grupko et aL. 1988
2110021 'Or(OH)4-1' 0.0000 -24.0602 -1.00 4.00 0.00 120.0255
0.00 3 1.000 211 3.000 002 -3.000 330

999. 999. 999. 999. 999.
grupka et aL. 1908

2111300 'Crir_2' 0.0000 2.7619 2.00 4.50 0.00 131.9001
0.00 4 1.000 211 1.000 130 1.000 330 -1.000 002

999. 999. 999.999.999.
grupka et aL. 1988

2111000 'trOt+2' 0.0000 3.6290 2.00 4.50 0.00 87.4488
0.00 4 1.000 211 1.000 180 1.000 330 -1.000 002

999. 999. 999.999.999.
Krupki et mt. 1988

2111001 'trOt2.1' 0.0000 3.8?53 1.00 4.00 0.00 122.9015
0.00 4 1.000 211 2.000 180 1.000 330 -1.000 002

999. 999. 999. 999. 999.
grupka et aL. 1988

2111802 'CrOflCt2(aq)' 0.0000 -1.8090 0.00 3.00 0.00 139.9088
0.00 2 1.000 211 2.000 180

999. 999. 999.999.999.
Krupka et aL. 1988

2112700 'CrF+2' 0.0000 9.2671 2.00 4.50 0.00 70.9945
0.00 4 1.000 211 1.000 270 1.000 330 -1.000 002

999. 999. 999.999.999.
Krupka et at. 1988

2113800 'tri+2' 0.0000 0.0872 2.00 4.50 0.00 178.9006
0.00 4 1.000 211 1.000 380 1.000 330 -1.000 002

999. 999. 999. 999. 999.

Krupka at mL. 1988
2114900 'Cr(HH3)6+3' 0.0000 -37.2217 3.00 5.00 0.00 154.1795
0.00 4 1.000 211 6.000 490 -5.000 330 -1.000 002

999. 999. 999.999.999.
grupkm et IL. 1988

2114901 ICr(NH3)S(Ofl)+2* 0.0000 -3G.9414 2.00 4.50 0.00 154.1562
0.00 3 1.000 211 5.000 490 -5.000 330

999. 999. 999.999.999.
Krupkm et mt. 1988

2114902 'cisCrNH3)4OH' 0.0000 -34.5375 1.00 4.00 0.00 154.1330
0.00 4 1.000 211 4.000 490 -5.000 330 1.000 002

999. 999. 999. 999. 999.
Krupka et aL. 1988

2114903 'trilsCrHH3)4' 0.0000 -35.2338 1.00 4.00 0.00 154.1330
0.00 4 1.000 211 4.000 490 -5.000 330 1.000 002

999. 999. 999. 999. 999.
grupkm et mt. 1988

2114904 'Cr(NH3)6CL+2' 0.0000 -35.7000 2.00 4.50 0.00 189.6322
0.00 5 1.000 211 6.000 490 1.000 180 -1.000 002 -5.000 330

999. 999. 999. 999. 999.
Krul_a et it. 1988

2114905 'Cr(NH3)6Or+2, 0.0000 -36.5232 2.00 4.50 0.00 234.0835
0.00 5 1.000 211 6.000 490 1.000 130 -5.000 330 -1.000 002

999. 999. 999. 999. 999.
KrupkmIt aL. 1988

2114906 'Cr(NH3)61+2' 0.0000 -36.5957 2.00 4.50 0.00 281.0839
0.00 5 1.000 211 6.000 490 1.000 380 -5.000 330 -1.000 002

999. 999. 999. 999. 999.

Krupka It It. 1988
2114920 'CrN03+2' 0.0000 3.8592 2.00 4.50 0.00 114.0010
0.00 4 1.000 211 1.000 492 1.000 330 -1.000 002

999. 999. 999. 999. 999.
Krupkl It IL. 1988

2115800 'CrH2P04+2' 0.0000 27.1204 2.00 4.50 0.00 148.9833
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0.00 4 1.000 211 3.000 330 1.000 580 -1.000 002
999.999.999.999. 999.
grupka et at. 1988

2117320_CrJ04+l' 0.0000 6.1776 1.00 4.00 0.00 148.0597
0.00 4 1.000 211 1.000 732 1.000 330 -1.000 002

999.999.999. 999.999.
I(rul_8 et at. 1988

2117321,Cr0NSO4(eq)* 0.0000 3.4985 0.00 3.00 0.00 165.0670
0.00 2 1.000 211 1.000 732

999.999.999.999.999.
Krupkmet mt. 1988

2117322 '(Cr0H)2(SO&)2, 0.0000 4.9740 0.00 3.00 0.00 330.1341
0.00 2 2.000 211 2.000 732

999.999.999.999.999.
Krupkmot mL. 1988

2117323 '(Cr0N)2(S04).2, 0.0000 6.5844 2.00 4.50 0.00 234.0705
0.00 2 2.000 211 1.000 732

999.999.999.999.999.
KruFk, et at. 1988

2123300 *litr04-1* 0.1000 6.49 -1.00 4.00 1.00 117.0016
0.00 2 1.000 212 1.000 330

9.95949e+2 -5.76582e+4 1.53532e-1 -3.57112e+2 3.71558,+6
ETL3/6databue: version Ibs.3245

2123301 'H2Cr04(aq)* 0.0000 5.18 0.00 3.00 0.00 118.0096
0.00 2 1.000 212 2.000 330

1.974T/'e+3 -9.60827e_ 3.80302e-1 -7.33671e+2 4.86318e+6
EQ3/6 database: version udas.3245

2123302'Cr20702' -3.3050 14.52 -2.00 4.00 2.00 215.9880
0.00 3 2.000 212 2.000 330 -1.000 002

1.67402e+3 -9.42209e_ 2.60943e-1 -6.01663e+2 5.99851e+6
EQ316datm: version adu.3245

2121800'Cr03Ct-1, 0.0000 7.9463 -1.00 4.00 0.00 135.4470
0.00 4 1.000 212 1.000 180 2.000 330 -1.000 002

999.999.999.999.999.
Krupb et eL. 1988

2125600*CrO3N2P04-' 0.0000 30.0084 -1.00 4.00 0.00 196.9815
0.00 4 1.000 212 4.0_ 330 1.000 580 -1.000 002

999.999.999.999.999.
Krq3kmet mL. 1988

2125801'CrO3HP04-2* 0.0000 27.3257 -2.00 4.00 0.00 195.9736
0.00 4 1.000 212 3.000 330 1.000 580 -1.000 002

999.999.999. 999.999.
grupkaet mL. 1988

2127320'Cr03S04-2' 0.0000 9.6373 -2.00 4.00 0.00 196.0579
0.00 4 1.000 212 1.000 732 2.000 330 -1.000 002

999.999.999.999.999.
I(rupkaet mt. 1988

5002120 'MaCrO&-1' 0.0000 1.3289 -1.r_) 4.00 0.00 138.9835
0.00 2 1.000 212 1.000 500

999.999.999.999.999.
Krupkaat aL. 1988

4102120 'KCr04-1* 0.0000 1.2952 -1.00 4.00 0.00 155.0920
0.00 2 1.000 212 1.000 410

999.999.999.999.999.
Krupkaat aL. 1988

2301802 'CuCt(Iq)' 0.0500 4.21 0.00 3.00 0.00 98.9987
0.00 2 1.000 230 1.000 180

-2.26215e+3 1.41918e+5 -2.70518e-1 7.98465e+2 -9.31024e+6
Reedand Spycher1989: SOLVEQdatld388e

2301800'CuCL2-1' 0.0000 4.94 -1.00 4.00 0.00 134.4514
0.00 2 1.000 230 2.000 180

1.04189e+3 -5.45043e+4 1.766_e-1 -3.80743e+2 3.139764+6
E03/6 database: vera|on mde.3245

2301801'CuCt3-2* 0.0000 5.14 -2.00 4.00 0.00 169.9041
0.00 2 1.000 230 3.000 180
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1.10569e+3 -5.76744e+4 1.90661e-1 -4.04655e+2 3.31933e+6
EQ3/6 databue: version ada8.3245

2301803 ocu2Ct4-2 ° 0.0000 13.0222 -2.00 4.00 0.00 268.9028
0.00 2 2.000 230 4.000 180

999. 999. 999. 999. 999.

Krupka ot aL. 1988
2307300 *Cu(Hll)2"' 0.0000 18.74 -1.00 4.00 0.00 129.6900

0.00 2 1.000 230 2.000.730
-3.24457e_3 2.04024e+5 -4.055t_Se-1 1.14987,+3 -1.29207e+7
Reed and Spycher 1989: I;OLVEOdatabii,

2307301 'Cuil(iiS)3-' 0.0000 24.17 -1.00 4.00 0.00 !63.7700
0.00 3 1.000 230 1.000 330 3.000 730

4.32938e,3 -2.41728e+5 6.25299o-1 -1.55651e+3 1.51651e+7
Reed and Spycher 1989: SOLVEQdatabase

2311400 'CuCO3(aCl)' 0.0000 -6.7640 0.00 3.00 0.00 123.5552
2.00 2 1.000 231 1.000 140

999. 999. 999. 999. 999.
grq:ka et aL. 1988

2311401 'Cu(C03)2"2' 0.0000 "9.8498 -2.00 4.00 0.00 183.5644
4.00 2 1.000 231 2.000 1/,0

999. 999. 999. 999. 999.

grupk8 et aL. 1988
2311800 'CuCt+l' 0.0000 0.10 1.00 4.00 0.00 98.9987
0.00 2 1.000 231 1.000 180

-4.74046e+2 3.11458e+4 -2.77565e-2 1.62463e+2 -2.14022e,6
E_3/6 datid388e: verston uda8.3245

2311801 'CuCt2(aq)' 0.0000 -0.69 0.00 3.00 0.00 134.4514
0.00 2 1.000 231 2.000 180

1.34508e+3 -7.73635e+4 2.14J,86e-1 -4.lMO91e+2 4.67105e+6
E03/6 databese: version ada8.3245

2311802 °CuCt3"l° 0.0000 "2.29 "1.00 4.00 0.00 169.9041
0.00 2 1.000 231 3.000 180

1.82525,+3 -1.05709e+5 2.83854e-1 -6.58524e+2 6.41145e+6
EG3/6 database: version mdas.3245

2311803 'CuCt4-2' 0.0000 -4.59 -2.00 4.00 0.00 205.3568
0.00 2 1.000 231 4.000 180

2.00790e+3 -1.14231e+5 3.20789e-1 -7.27527e+2 6.684_3e+6
EQ316 datadxme: version IJu.3245

2312700 *CuF+I' 0.0000 1.20 1.00 /,.00 0.00 82.5444
0.00 2 1.000 231 1.000 270

2.24360e+3 -1.25407e+5 3.39001v-1 -8.10787e+2 7.41045e+6
ETL3/6database: version nckm.3245

2313300 ,CuOH+I, 8.7150 -6.09 1.00 4.00 0.00 80.5533
0.00 3 1.000 231 1.000 002 -1.000 330

2.68357e+2 -1.60329e+4 3.94791e-2 -9.67484,+1 6.18453e+5
Reed and Spycher 1989: SOLVEQdatabase

2313301 'CuCO#l)2(aq)' 0.0000 -13.7273 0.00 3.00 0.00 97.5607
0.00 3 1.000 231 2.000 002 -2.000 330

999. 999. 999. 999. 999.

grupka et aL. 1988
;'313302 'Cu(08)3-1' 0.0000 -27.3132 -1.00 4.00 0.00 114.5680
0.00 3 1.000 231 3.000 002 -3.000 330

999. 999. 999. 999. 999.

Krupka et aL. 1988
2313303 'Cu(OH)4-2' 0.0000 -40.2614 -2.00 4.00 0.00 131.5754
0.00 3 1.000 231 4.000 002 -4.000 330

999. 999. 999. 999. 999.
Krul_Cl et sL. 1988

2313304 'Cu?.(OH)2.2' 17.9700 -10.43/,8 2.00 4.50 0.00 161.1067
0.00 3 2.000 231 2.000 002 -2.000 330

999. 999. 999. 999. 999.
Krupka et at. 1988

2317320 'CuSO4(aq)' 0.0010 2.30 0.00 3.00 0.00 159.6096
0.00 2 1.000 231 1.000 732

5.66162e+2 -3.17754e+4 8.98382e-2 -2.0_70e+2 1.94J,65e+6
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Reedand IllWcher1989: IOLVEQdatabase
2317300*CuI(Hll)3-3* 0.0000 18.02 -3.00 4.00 0.00 16.3.7700
0.00 3 1.000 231 4.000 730 -1.000 330

999.999.999.999.999.
She, and Hetz 1988

2317301'Cul(lll)2-2* 0.0000 17.09 -2.00 4.00 0.00 130.6980
0.00 3 1.000 231 3.000 730 -1.000 330

999.999.999.999.999.
llhea andI_tz 1988

2311402*CulIC03+l* 0.0000 13.0266 1.00 4.00 0.00 124.5631
1.00 3 1.000 231 1.000 140 1.000 330

999.999.999.999.999.
Krupkl et at. 1988

2307330 :Cu10.3-1' 0.0000 7.8078 "1.00 4.00 0.00 143.6102
0.00 2 1.000 73.3 1.000

999.999.999.999.999.
I(rUldmet at. 1988

2307331 *Cu(103)2-3' 0.0000 8.6107 -3.00 4.00 0.00 223.6744
0.00 2 1.000 230 2.000 733

999.999.999.999.999.
I(rq_ et lit. 1988

2307332'Cu(S03)3-5' 0.0000 9.3/,37 -5.00 5.00 0.00 303.7386
0.00 2 1.000 230 3.000 733

999.999.999.999.999.
ICrul_a,t ,t. 1988

2307340*Cu(SCN)4-3* -11.7205 9.9363 -3.00 4.00 0.00 295.8810
0.00 2 1.000 230 4.000 734

999.999.999.999.999.
[ruplm et at. 1988

2317340'CUSCN+I* -3.0000 2.3309 1.00 4.00 0.00 121.6297
0.00 2 1.000 231 1.000 73/,

999.999.999.999.999.
iCruplmet at. 1988

2317341'Cu(iCN)2(ml)' 0.0000 3.6803 0.00 3.00 0.00 179.7135
0.00 2 1.000 231 2.000 734

999.999.999.999.999.
Krupkaet at. 1988

2311300'Culir+l, 0.0000 1.9534 1.00 4.00 0.00 1&3.&500
0.00 2 1.000 231 1.000 130

999. 999. 999. 999. 999.
i(rupkaet aL. 1988

2317321 'Cu(S04)2-2* 0.0000 1.0467 -2.00 4.00 0.00 255.6732
0.00 2 1.000 231 2.000 732

999.999.999.999.999.
Krupkaet aL. 1988

2317322*C_S04+2' 0.0000 3.0456 1.00 4.50 0.00 160.6173
0.00 3 1.000 231 1.000 330 1.000 732

999.999.999.999.999.
i(rupkaet ot. 1988

2314920'CuN03+I, 0.0000 0.90.30 1.00 4.00 0.00 125.5509
0.00 2 1.000 231 1.000 492

999. 999. 999. 999. 999.
I(rt_ka et it. 1_

2314921'Cu(NO3)Z(aq)' -1.1280 0.4559 0.00 3.00 0.00 187.5559
0.00 2 1.000 231 2.000 492

999.999.999.999.999.
I(rupkaet at. 1988

2314910 'CuN02.I' 0.0000 2.8557 1.00 4.00 0.00 109.5515
0.00 2 1.000 231 1.000 491

999. 999. 999. 999. 999.
Krupkamt Irl. 1988

2314900'CuNIL3*2, 6.8910 -5.1705 2.00 4.50 0.00 80.5766
0.00 3 1.000 231 1.000 /,90 -1.000 330

999.999.999.999.999.
grupkaet aL. 1988
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2314901'Cu(liH3)2+2' 13.8620 -10.9874 2.00 4.50 0.00 97.6071
0.05 3 1.000 231 2.000 490 -2.000 330

999. 999. 999. 999. 999.
KruFkaet Irl. 1988

2314902'Cu(NIL3)3+2' 20.8330 -17.3981 2.05 4.50 0.05 114.6377
0.00 3 1.000 231 3.000 490 -3.000 330

999.999.999.999.999.
grupkaet lit. 1988

2314903*Cu(NH3)4.2* 27.9040 -24.5931 2.05 4.50 0.05 131.6682
0.05 3 1.000 231 4.000 490 -4.000 330

999.999.999.999.999.
Krqpkmet lit. 1988

2314904 'Cu(NH3)5.2* 0.0500 -34.4122 2.05 4.50 0.05 148.6988
O.O03 1.000 231 5.000 490 -5.000 330

999.999.999.999.999.
I(rupkeet at. 1988

2315800 'CUP04-11 0.0500 6.3674 "1.00 4.05 0.05 158.5174
0.00 2 1.000 231 1.000 580

999.999.999.999.999.
I(rupkset sL. 1988

2315801 'Cu(P04)2-4' 0.0500 9.1418 -4.00 4.00 0.00 253.4887
0.05 2 1.000 231 2.000 580

999. 999.999.999. 999.
Krupk, et ,t. 1988

2315802 *CullPO4(a¢l)' 0.0500 15.5151 0.00 3.05 0.05 159.5253
0.00 3 1.000 231 1.000 580 1.000 330

999. 999.999.999.999.
Krupk8et mt. 1988

2315803 *Cu(llP04)2-2, 0.0500 27.4297 -2.00 4.05 0.05 255.5046
0.00 3 1.050 231 2.000 580 2.000 330

999.999.999.999.999.
grupka et mt. 1988

2301301 aCuBr2-1° 0.0050 5.8800 -1.00 4.05 0.05 223.3540
0.00 2 1.050 230 2.000 130

999. 999. 999. 999. 999.
I(rupkmet mL. 1988

2303801 'Cu12-1' 0.0000 8.9820 -1.00 4.05 0.05 317.3549
0.05 2 1.000 230 2.000 380

999. 999.999.999. 999.
Krupkmet mt. 1988

2304900 ,Cu)li_l o 0.0500 -3.0859 1.00 4.05 0.05 80.5766
0.00 3 1.000 230 1.000 490 -1.000 330

999.999.999.999.999.
i(rupkamt mt. 1988

2304901 'Cu(NH3)2+I, 0.0500 -7.6201 1.00 4.05 0.05 97.6071
0.00 3 1.000 230 2.000 490 -2.000 330

999. 999.999.999.999.
I(rupka et mL. 1988

1001431'BoFe(CN)6-1' -69.6800 55.4356 -1.00 4.00 0.00 3_,9.2804
0.00 3 1.000 100 1.000 281 6.000 143

999. 999. 999. 999. 999.
Serumt (1989)

1501434'CmHFe(Clt)6-, -82.0000 52.7097' -2.00 4.00 0.00 253.0394
0.00 5 1.000 150 1.000 330 1.000 280 6.000 143 1.000 001

999.999.999.999.999.
Selumt (1989)

4101433 'I(Fe(CU)6-3' -84.0000 48.1204 -3.00 4.00 0.05 251.0517
0.00 3 1.000 410 1.000 280 6.000 143

999. 999. 999. 999. 999.
Sehmt (1989)

4101434 'I(2Fe(Cil)6-2' -77.3000 48.9780 -2.00 4.00 0.00 290.1500
0.00 3 2.000 410 1.000 280 6.000 143

999. 999. 999. 999. 999.
Sehw| (1989)

4101435'KHFo(CN)6-' -78.1000 51.4702 -2.00 4.00 0.00 252.0597'
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0.00 4 1.000 410 1.000 330 1.000 280 6.000 143
999.999.999.999.999.
Shdlmt(1989)

/,401432 *Li2Fe(OI)6-' -83.4980 48.5338 -2.00 4.00 0.00 225.8354
0.00 3 2.000 440 1.000 280 6.000 143

999.999.999.999.999.
Ir4hmt (1989)

/,401433 ,LIHFe(CN)6-2' -80.9990 51.2188 -2.00 4.00 0.00 219.9024
0.00 4 1.000 440 1.000 330 1.000 280 6.000 143

999.999.999.999.999.
S,lumt (1989)

4901431*llH4Fe(al)6-3, -84.5000 48.0684 -3.00 4.00 0.00 314.0324
0.00 3 1.000 490 1.000 280 6.000 143

999.999.999.999.999.
htlmt (1989)

4901433 ,IIH&HFe((:N)6-, -83.9000 51.4035 -2.00 4.00 0.00 315.0403
0.00 4 1.000 490 1.000 330 1.000 280 6.000 143

999.999.999.999.999.
Setumt (1989)

5001431,Bafe(Cll)6-3' -84.9000 47.9885 -3.00 4.00 0.00 234.9432
0.00 3 1.000 500 1.000 280 6.000 143

999.999.999.999.999.
$etmt (1989)

5001432'NiQFe(ClI)6-2' -85.0000 48.7435 -2.00 4.00 0.00 257.9330
0.00 3 2.000 500 1.000 280 6.000 143

999.999.999.999.999.
I_lxmt (1989)

5001433'NallFe(CN)6-2' -85.6000 51.4335 -2.00 4.00 0.00 235.9312
0.00 4 1.000 500 1.000 330 1.000 280 6.000 143

999.999.999.999.999.
Ikdlmt (1989)

4901432 *(liH4)2Fe(ClI)6-2, -83.0000 48.8666 -2.00 4.00 0.00 332.0709
0.00 3 2.000 490 1.000 280 6.000 143

999.999.999.999.999.
Selumt (1989)

0201431'Ag(CU)OiI-' 0.0000 -0.5600 -1.00 4.00 0.00 150.8933
0.60 4 1.000 143 1.000 020 1.000 002 -1.000 330

999.999.999.999.999.
Sehmt (1989)

0201432 *Ag(CN)2-' -32.6?50 20.3814 -1.00 4.00 0.00 159.9037
0.00 2 2.000 143 1.000 020

999.999.999.999.999.
Sehmt (1989)

4101431 *iC2H2Fe(Cli)6(iq),-85.8600 52.3058 0.00 3.05 0.00 292.1659
0.00 4 6.000 143 2.000 410 2.000 330 1.000 280

999. 999.999.999.999.
Setmt (1989)

1501431*CoFe(CN)6-' -69.5000 55.4?30 -1.00 4.00 0.00 252.0314
0.00 3 6.000 143 1,000 150 1,000 281

999.999.999.999.999.
SetumL(1989)

1501432*C_Fo(CN)6-2' -83.1000 49.6898 -2.00 0.05 0.00 252.0314
0.00 3 6,000 143 1.000 150 1.000 280

999.999.999.999.999.
Setmt (1989)

1501433'Ca,?.FeCCN)6(_l), -83.7000 50.9952 0.00 3.00 0.00 292.1094
0.00 3 6.000 143 2.000 150 1.000 280

999.999.999.999.999.
Sehmt (1989)

1601431*CDC#.* 0.0000 5.3200 1.00 4.05 0.00 138.4287
0.00 2 1.000 143 1.000 160

999.999.999.999.999.
S_t (1989)

1601432'Cd(CN)20(KI)' -13.0000 10.3703 0.00 3.00 0.00 164.4465
0.00 2 2.000 143 1.000 160
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999.999.999. 999.999.
$etmt (1989)

1601433'Cd(CN)3-' -21.6000 14.83/,1 -1.00 4.00 0.00 190.4642
0.00 2 3.000 143 1.000 160

999.999.999. 999.999.
semi (1989)

160143/, *¢d(Ctl)4-2' -23.5600 18.2938 "2.00 4.00 0.00 216.4820
0.00 2 4.000 143 1.000 160

999.999.999. 999.999.
Sehmt (1989)

2301431'Cu(CN)4-3' -51.4000 30.3/,56 -3.00 4.00 0.00 167.6170
0.00 2 4.000 143 1.000 230

999.999.999. 999.999.
Sehm| (1989)

2301432 'Cu(C14)2-' -29.1000 24.0272 -1.00 4.00 0.00 115.5815
0.00 2 2.000 143 1.000 230

999.999.999. 999.999.
Sehmt (1989)

2301433'Cu(¢N)3-2' -40.2000 28.6524 -2.00 4.00 0.00 141.5992
0.00 2 3.000 143 1.000 230

999.999.999. 999.999.
Sehmt (1989)

2801431*Fe(CN)6-4* -85.8000 45.6063 -4.00 4.00 0.00 211.953/,
0.00 2 6.000 143 1.000 280

999.999.999. 999. 999.
Setmet(1989)

2801432 'HFe(ClU)6-3' -84.1600 49.9969 -3.00 4.00 0.00 212.9614
0.00 3 6.000 143 1.000 280 1.000 330

999.999.999. 999. 999.
$etmet (1989)

2801433*H2Fe(CN)6-2, -83.1000 52.4450 -2.00 0.00 0.00 213.9693
0.00 3 6.000 143 2.000 330 1.000 280

999.999.999. 999. 999.
khmt (1989)

2811431'Fe(CN)6-3, -70.1060 52.6283 -3.00 0.00 0.00 211.953/,
0.00 2 6.000 143 1.000 281

999.999.999. 999. 999.
Sehmt (1989)

3301431*H_(mq)* -10.4000 9.2356 0.00 3.00 0.00 27.0257
0.00 2 1.000 143 1.000 330

999.999.999. 999. 999.
Setumet (1989)

3301441 *HOCN(Iq)* "2.0000 3.4450 0.00 3.00 0.00 43.0251
0.00 2 1.000 144 1.000 330

999.999.999. 999.999.
Sehmt (1989)

3611431 'HoCH+' -33.8300 24.1738 1.00 4.00 0.00 226.6077
0.00 4 1.000 143 1.000 361 2.000 330 -2.000 002

999.999.999. 999.999.
Sehmt (1989)

3611432 'Hg(CN)2(aq)' -57.2400 40.6513 0.00 3.00 0.00 252.6255
0.00 4 2.000 143 1.000 361 2.000 330 -2.000 002

999.999.999. 999. 999.
Sehmt (1989)

3611433'Hg(CN)3-, -64.8300 44.4042 -1.00 4.00 0.00 278.6/,32
0.00 4 3.000 143 1.000 2161 2.000 330 -2.000 002

999.999.999. 999.999.
Sehmt (1989)

3611434'Hg(CN)4-2' -69.9300 47.4094 -2.00 4.00 0.00 304.6610
0.00 4 4.000 143 1.000 361 2.000 330 -2.000 002

999.999.999. 999.999.
Sehmet(1989)

3611435 'Hg(Cll)2Ct-' 0.0000 40.3735 -1.00 4.00 0.00 288.0782
0.00 5 2.000 143 1.000 180 1.000 361 2.000 330 -2.000 002

999.999.999. 999. 999.
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Sdmet (1989)
3611436 *Ng(al)3Ct-2, 0.0000 43.8332 -2.00 4.00 0.0@314.0959
0.00 5 3.000 143 1.000 180 1.6_'_361 2.000 330 -2.000 002

999. 999. 999. 999. 999.
Sl)mt (1989)

3611437 'Ho(Cli)3Br2-' 0.0000 44.9415 -2.00 4.00 0.00 358.5472
0.00 5 3.000 143 1.000 130 1.000 361 2.000 330 -2.000 002

999. 999. 999. 999. 999. •
_t (1989)

3801432 II_ll-* 0.0000 -11.8480 "I.00 4.00 0.00 279.8267
0.00 3 1.000 143 2.000 380 "2.000 001

999.999. 999.999.999.
Sdmt (1989)

3801433 ii(CN)2-* 0.0000 "11.4580 "1.00 ,;.00 0.00 178.9399
0.00:3 2.000 143 1.000 380 "2.000 001

999.999. 999. 999.999.
Sdmet (1989)

4101432 'lC3NFe(ai)6(IW)' -85.9900 50.2241 0.00 3.00 0.00 330.2563
0.00 4 6.000 143 3.000 410 1.000 330 1.000 280

999.999. 999. 999.999.
Sdmt (1989)

4401431 'LIFe(CII)6-3, -80.1490 47.6858 -3.00 4.00 0.00 2i8.8944
0.00 3 6.000 143 1.000 440 1.000 280

999.999. 999.999.999.
Setmet(1989)

4601431 114gFe(Cll)6-, -69.3100 55.3916 -1.00 4.00 0.00 236.2584
0.00 3 6.000 143 1.000 460 1.000 281

999.999. 999.999.999.
$ehmt (1989)

4601432'NgFe(al)6-2' 0.0000 49.4251 -2.00 4.IX) 0.00 236.2584
0.00 3 6.000 143 1.1)00460 1.000 280

999.999. 999.999.999.
Sdsmt (lg_P)

5401431'Nt(C11)4-2' -4:_.1900 30.1257 -2.00 &.OD0.00 162.1'610
0.00 2 4.000 143 1.000 540

999.999. 999.999.999.
Sehmt (1989)

8001431'SrFu(al)6-' -69.8300 55.6181 -1.00 4.(JO0.00 299.5734
0.00 3 1.000 800 1.000 281 6.000 143

999.999. 999. 999.999.
Setmlt (1989)

8701431'Tr(CN)4-i 0.0000 -8.0189 -1.00 4.00 0.00 308.4543
0.00 3 4.000 143 1.000 870 -2.000 001

999.999. 999. 999.999.
Sehmt (1989)

8701432'TLFI(CN)6-]' -84.8800 48.7508 -3.00 4.00 0.00 416.3367
0.00 3 6.000 143 1.000 870 1.000 280

999.999. 999.999.999.
SeMeL (1989)

9501431'Zn(CN)4-2' -;5.5390 16.7150 -2.00 4,0()0.00 169.4610
0.00 2 4.000 t43 1.000 950

999.999. 999.999.999.
Sehit (1989)

9501432'Zn(Clt)3-' -20.1990 16.0430 -1.00 4.00 0.00 143.4432
0.00 2 3.000 143 1.000 950

999. 999. 999. 999. 999.
Sehit (1989)

9501430 *?.n(CN)2(Iq)' -10.9990 11.0710 0.00 .1;.000.00 117.4255
0.00 2 2.000 143 1.000 950

999.999. 999.999.999.
Sehmt (1989)

5401436 'Ni(CN)3-' 0.0000 22.6346 -1.00 _;.00 0.00 136.7432
0.00 2 3.000 143 1.000 540

999. 999. 999. 999. 999.
Setmet (1989)
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5401432'NtH(CN)4-' 0.0000 36.7482 -1.00 4.00 0.00 163.7689
0.00 3 4.000 143 1.000 540 1.000 330

999. 999. 999. 999. 999.
Sehmt (1989)

540143.3'NtH2CCN)4(oq)' 0.0000 41.4576 0.00 3.00 0.00 164.T/'68
0.00 3 4.000 143 1.000 540 2.000 330

999. gw. 999.999.999.
Setvmt (1969)

5401454 ,#iH3(Cli)4., 0.0000 43.9498 1.00 4.00 0.00 165.7848
0.00 3 4.000 143 1.000 540 3.000 330

gw. gw. gw. gw. gw.
Smr (lm)

5401435'lt|(Cll)2(aq)' 0.0000 14.5864 0.00 3.00 0.00 110.7255
0.00 2 2.000 143 1.000 540

gw. gw. gw. gw. gw.
Setmt (1989)

2811432'Fe2(Cli)6(aq)' 0.0000 56.9822 0.00 3.00 0.00 267.8004
0.00 2 6.000 143 2.000 281

gw. gw. 999. gw. gw.
Setmet(1989)

0201440'AO(OCU)2-' 0.0000 5.0034 -1.00 4.00 0.00 191.9925
0.00 2 2.000 144 1.000 020

gw. gw. gw. gw. gw.
Semet (lm)

0201433 'Ag(CN)3-2' -33.4950 21.4002 -2.00 4.00 0.00 185.9214
0.00 2 3.000 143 1.000 020

gw. gw. gw. gw. gw.
Sehmt (1989)

1001430'BaFe(ClI)6-2' 0.0000 49.4032 -2.00 4.00 0.00 349.2804
0.00 3 6.000 143 1.000 280 1.000 100

gw. gw. 999. gw. gw.
Sehemt(1989)

1433300'H-EDTA-3' 0.0000 10.72 -3.00 4.00 0.00 289.0000
0.00 2 1.000 143 1.000 330

gw. gw. gw. gw. gw.
Unknoun

1433301*H2-EDTA-2' 0.0000 17.25 -2.00 4.00 0.00 290.0000
0.00 2 1.000 143 2.000 330

gw. gw. gw. gw. gw.
Unknovn

1433302'H3-EDTA-I' 0.0000 20.22 -1.00 4.00 0.00 291.0000
0.00 2 1.000 143 3.000 330

gw. gw. 999.999.999.
Unknovn

1433303'H4-F.I)TA(aq)' 0.0000 22.39 0.00 3.00 0.00 292.0000
0.00 2 1.000 143 4.000 330

gw. gw. gw. gw. gw.
Unkno_

2201300'CsSr(eq)* 0.0000 -0.49 0.00 3.00 0.00 212.8090
0.00 2 1.000 220 1.000 130

7.021_,4_2 -4.27392e*4 1.135iSle-1 -2.75365e+2 2.46407e+6
EG6databese: vers|on IMU.3245

2201800'CsCt(aq)' 0.0000 -0.84 0.00 3.00 0.00 168.3580
0.00 2 1.000 220 1.000 180

7.1M530e+2 -4.39528e+4 1.18449e-1 -2.84378e+2 2.524_e_
EQ6database: ver$|orl robs.3245

2203800 °CJI(Mq)t 0.0000 "0.10 0.00 3.00 0.00 259.8094
0.00 2 1.000 220 1.000 380

5.95978e+2 -3.24102e+4 9.26498e-2 -2.16392e+2 1.81741e+6
EQ6dlitliblise: vers|m rides.3245

2803300'FeOH+I° 13.2 -10.18 1.00 4.50 0.00 72.8543
0.00 3 1.000 280 1.000 002 -1.000 330

-7.04221e.1 2.23203e+3 -7.91998e-3 2.36559e+1 -3.03788e+5
ReedImd SIWcher1989: SOLVEOdatabase

2803302'Fe(OH)2(aq)O 54.2850 -21.42 0.00 3.00 0.00 89.8617
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0.00 3 1.000 280 2.000 002 -2.000 330
-2.63306_1 -3.86988e+3 -6.89352e-3 9.335064+0 2.80216_5
Reed and Spycher 1989: SOLVEQdstidNse

2803301 ,Fe(OH)3-1 _ 67.6600 -34.22 -1.00 4.00 0.00 106.8690
0.00 3 1.000 280 3.000 002 -3.000 330

5.01543e*1 -1.16128e+4 7.16025e-4 ol.85882e+1 3.18024e+4
Reed lind Spycher 1989: SOLVEGdstabese

2801800 *FaCt+I 0.0000 -0.16 1.00 4.00 0.00 91.3000
0.00 2 1.000 280 1.000 180

9.41460_2 -5.37141e_4 1.46834e-1 -3.40675e,2 3.35402e_6
EO3/6 ckltabue: vers|on mds8.3245

2801801 'FiCt2(aq)* 0.0000 -2.55 0.00 3.00 0.00 126.7330
0.00 2 1.000 280 2.000 180

1.77032e,3 -1.00232e,5 2.79430e-1 -6.424464+2 6.19418e+6
H3/6 ckitab_e: version Klu.3245

2801802 'FaCt4-2' 0.0000 -2.00 -2.00 4.00 0.00 162.2060
0.00 2 1.000 280 4.000 180

-3.88217e,2 1.87289e_ -2.47579e-2 1.36306,+2 -5.72269e+5
E_3/6 clatabese: version m.3245

2814920 'FeNO3+2* 0.0000 1.4513 2.00 4.50 0.00 117.8519
0.00 2 1.000 281 1.000 492

999.999. 999.999. 999.
Krul_a et at. 1988

2807320 , FoSO4(aCl), 3.23 2.25 0.00 3.00 0.00 151.9106
0.00 2 1.000 280 1.000 732

3.96144e+3 -2.26022e*5 5.68925e-1 -1.42431e+3 1.36564e+7
Reed lind Spycher 1989: SOLVEQdstabase

2807321 ,FeliSO4+, 0.0000 3.07 1.00 4.00 0.00 152.9166
0.00 3 1.000 280 1.000 732 1.000 330

999.999. 999. 999.999.
Nordstrom et aL. 1990

2805800 'FeH2PO4.I* 0.0000 22.2439 1.00 4.00 0.00 152.8342
0.00 3 1.000 280 1.000 580 2.000 330

999.999.999. 999.999.
Krupka et lit. 1988

2805801 *FIHPO4(IKI)' 0.0000 15.9402 0.00 3.00 0.00 151.8263
0.00 3 1.000 280 1.000 580 1.000 330

999. 999. 999. 999.999.
• I(rupk8 et el. 1988

2807300 'Fe(HS)2(aCl)' 0.0000 11.2997 0.00 3.00 0.00 121.9949
0.00 2 1.000 280 2.000 730

999.999.999.999.999.
Krupk8 Ot mL. 1988

2807301 'FeCHS)3-1* 0.0000 13.3425 -1.00 4.00 0.00 155.0688
0.00 2 1.000 280 3.000 730

999.999.999. 999. 999.
I(rupka et aL. 1988

2801400 *FeCO3(aq)' 0.0000 4.38 0.00 3.00 0.00 115.8564
2.00 2 1.000 280 1.000 140

999. 999.999. 999.999.
Nordstrom et ot. 1990

2801401 'FeilCO3+, 0.0000 12.33 1.00 4.00 0.00 116.8644
1.00 3 1.000 280 1.000 140 1.000 330

999. 999. 999. 999. 999.
Nordstrom lt lit. 1990

2802700 eFeF+* 0.0000 1.45 1.00 4.00 0.00 74.8450
0.00 2 1.000 280 1.000 270

3,10516e+3 -1,78430e+5 4.47162e-1 -1,11596e+3 1.09172e+7
Reed and Spyt:her 1969: SOLVEGdatabase

2815800 ' FeHP04.I, -8.0940 20.6445 1.00 4.00 0.00 151.82_
0.00 3 1.000 281 1.000 580 1.000 330

Krupka et aL. 1988
2817320 'FASO4+1' 3.91 4.11 1.00 4.00 0.00 151.9106

0.00 2 1.000 281 1.000 732
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4.03611e+3 -2.25330e+5 6.11353e-1 -1.45832e+3 1.33311e+7
E0316 databue: version .m8.3245

2817321 JFe(S04)2-1 j 4.60 5.38 -1.00 4.00 0.00 247.9742
0.00 2 1.GO0 281 2.000 ?32

5.82271e+3 -3.25370e+5 8.40491e-1 -2.09864e+3 1.89866e+7
E0316 datebue: version mdu.3245

2817322 iFM_O{t+21 0000 4.47 2.00 4.50 0.00 152.9166
0.00 3 1.000 281 1.000 ?32 1.000 330

999. 999. 999. 999. 999.
Nordmtrom et 8L. 1990

2811800 IFeCt+20 5.6 1.48 2.00 4.50 0.00 91.2997
0.00 2 1.000 281 1.000 180

2.82834e.3 -1.58407e+5 4.19490e-1 -1.020164+3 9.21543e+6
E;L3/6 database: version atlas.3245

2811801 'FeCL2.I, 0.0000 2.13 1.00 4.00 0.00 126.7524
0.00 2 1.000 281 2.000 180

3.71383e+3 -2.06737e.5 5.65615e-1 -1.34306e+3 1.21193e+7
E03/6 database: verB|on ndas.3245

2811802 'FeCL3(U)' 0.0000 1.13 0.00 3.00 0.00 162.2051
0.00 2 t.000 281 3.000 180

7.31066e+2 -3.26020e_ 1.66711e-1 -2.77172e+2 1.38230e+6
E(L_/6 databese: version udas.3245

2811803 'FeCL4-' 0.0000 -0.79 -1.00 4.00 0.00 197.6590
0.00 2 1.000 281 4.000 180

5.46927e+3 -3.05483e+5 8.25368e-1 -1.97716e+3 1.78_9e+7
E_316 database: version hobs.3245

2813300 'FeON+2' 10.4 -2.19 2.00 4.50 0.00 72.8543
0.00 3 1.000 281 1.000 002 -1.000 330

1.89655e+3 -1.07136e_5 2.72068e-1 -6.82492e+2 6.05783e+6
E(L_/6 databue: version mckm.3245

2813301 'Fe(OH)2.I' 17.1 -5.67 1.00 4.00 0.00 89.8617
0.00 3 1.000 281 2.000 002 -2.000 330

1.83990e+3 -1.04125e+5 2.67479e-1 -6.62920e*2 5.71165e*6
Eg3/6 database: version md88.3245

2813302 'Fe(OH)3(aq)' 24.8 -12.02 0.00 3.00 0.00 106.8690
0.00 3 1.000 281 3.000 002 -3.000 330

1.21577e+3 -6.54559e_ 2.25579e-1 -4.49231e+2 3.20761e+6
EG3/6 datldmse: version ada8.3245

2813303 'Fe(OH)4-1' 31.9 -21.65 -1.00 4.00 0.00 123.8764
0.00 3 1.000 281 4.000 002 -4.000 330

1.68383e+3 -9.81284e_ 2.11264e-1 -6.03358e+2 4.76615e+6
E_3/6 datlibose: version racks.3245

2815801 'FeH2P04+2' 0.0000 23.0194 2.00 4.50 0.00 152.8342
0.00 3 1.000 281 1.000 580 2.000 330

999. 999.999.999. 999.
Krupka et at. 1988

2812700 'FeF+2' 2.7 6.03 2.00 4.50 0.00 74.8454
0.00 2 1.000 281 1.000 279

3.02983e+3 -1.68497e+5 4.50084e-1 -1.09275e+3 9.87287e+6
ETL3/6database: version mckm.3245

2812791 'FeF2.I' 4.8 11.58 1.00 4.00 0.00 93.84M
0.00 2 1.000 281 2.000 279

4.28135e.3 -2.37695e+5 6.&4184e-1 -1.54J_69e+3 1.40101e+7
E(13/6 database: version Jiu:llJ8.3245

2812792 'FeF3(aq) _ 5.4 13.89 0.00 3.00 0.00 112.8422
0.00 2 1.000 281 3.000 279

2.62003e+3 -1.27431e.5 4.99498e-1 -9.71093e,2 6.6M51e*6
E(L_I6databue: version mobs.3245

2811400 'FeC03+' 0.0000 9.79 1.00 4.00 0.00 115.8564
2.00 2 1.000 281 1.000 140

3.39290e,3 -1.83927e+5 5.35551e-1 -1.23342e+3 1.12017e+7
E(L3/6 database: version mcla8.3245

2813304 'Fe2(ON)2+4' 13.5 -2.95 4.00 5.50 0.00 145.7087
0.00 3 2.000 281 2.000 002 -2.000 330

999. 999.999.999. 999.
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Nordstromet lit. 1990
2813305*Fe3(OH)4*5' 14.3 -6.3 5.00 6.00 0.00 235.5704
0.00 3 3.000 281 4.000 002 -4.000 330

999. 999.999.999.999.
Norcistrm et aL. 1990

281T340_FeSCll+2* -1.0880 2.96/,9 2.00 4.50 0.00 113.9307
0.00 2 1.000 281 1.000 73/,

' 999. 999. 999. 999. 999.
Krupkaet mL. 1988

28173/,1 'Fe(SCli)2+I* 0.0000 5.2965 1.00 &.O00.00 172.0145
0.00 2 1.000 Z81 2.000 TS&

999. 999.999.999.999.
grupkaOt aL. 1988

317342 'Fe(SCN)3(U)' 0.0000 6.1967 0.00 3.00 0.00 230.0982
0.00 2 1.000 al 3.000 ?34

999. 999.999.999.999.
Krupb ot aL. 1988

2807340*Fd¢_l* 0.0000 1.3120 1.00 4.00 0.00 113.9307
0.00 2 1.000 280 1.000 734

999.999.999.999.999.
Krupkaet aL. 1988

2817350 'FOS203+1o 8.9000 :;.1000 1.00 4.00 0.00 167.9772
0.00 2 1.000 281 1.000 735

999. 999.999.999.999.
grq)ka ot aL. 1988

3600000 'Hg(aq)' -11.5915 6.5624 0.00 3.00 0.00 200.5900
0.00 2 0.500 360 1.000 001

999.999.999.999.999.
grupkaot aL. 1988

3613300'H8+2* -10.8410 6.1409 2.00 6.50 0.00 200.5900
0.00 3 1.000 361 2.000 330 -2.000 002

999. 999.999.999.999.
KrupkJot aL. 1908

3611301 'Hgir+' 0.0000 15.8427 1.00 6.00 0.00 280.4940
0.00 4 1.000 361 1.000 130 2.000 330 -2.000 002

999.999.999.999.999.
Krupkaot aL. 1988

3611302 'HgBr2(_l)' -30.8130 23.6292 0.00 3.00 0.00 360.3980
0.00 4 1.000 361 2.000 130 2.000 330 -2.000 002

999.999. 999.999.999.
Krqpkaot aL. 1988

3611303 'HgBr3-1' 0.0000 25.8230 -1.00 &.O00.00 440.3020
0.00 4 1.000 361 2.000 330 3.000 130 -2.000 002

999.999.999.999.999.
grup_ ot mL. 1988

3611304 '1498r4-2' 0.0000 27.1153 -2.00 4.00 0.00 520.2060
0.00 6 1.000 361 2.000 330 4.000 130 -2.000 002

999. 999.999.999.999.
KrulP_et aL. 1988

3611305 'HgBrCL(aq)' 0.0000 22.0335 0.00 3.00 0.00 315.9467
0.00 5 1.000 361 1.000 130 1.000 180 2.000 330 -2.000 002

999. 999. 999.999.999.
Krupkmot mL. 1908

3611306 oHgirl(eq), 0.0000 27.1923 0.00 3.00 0.00 407.3985
0.00 5 1.000 361 1.000 130 1.000 380 2.000 330 -2.000 002

999.999.999.999.999.
Krupkaot eL. 1988

3611307 'HgSr13-2' 0.0000 34.4107 -2.00 &.O00.00 661.2074
0.00 5 1.000 361 1.000 130 3.000 380 2.000 330 -2.000 002

999. 999. 999.999.999.
Krupkaot aL. 1988

3611306 oHgSr212-2' O.O000 32.5462 -2.00 &.O00.OO 614.2069
0.00 5 1.000 361 2.000 130 2.000 380 2.000 330 -2.000 002

999.999.999.999.999.
KrqDkeot aL. 1988
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3611309 'MoOr31-2' 0.0000 30.2532 -2.00 4.00 0.00 567.2065
0.00 5 1.000 361 3.000 130 1.000 380 2.000 330 -2.000 002

999. 999. 999. 999. 999.
Krupka et at. 1988

3613301 'HgOrOH(aq)' 0.0000 11.6171 0.00 3.00 0.00 297.5013
0.00 4 1.000 361 1.000 130 1.000 330 -1.000 002

999.999.999.999.999.
ICrupicaet at. 1988

3611800 'HOCL.I' -16.2760 12.8983 1.00 4.00 0.00 236.0427
0.00 4 1.000 361 1.000 180 2.000 330 -2.000 002

999.999.999.999.999.
Krupkmet aL. 1988

3611801 'HgCt2(aq)' -23.5280 19.3061 0.00 3.00 0.00 271.495/,
0.00 4 1.000 361 2.000 180 2.000 330 -2.000 002

999. 999. 999. 999. 999.
ICrupkaet at. 1988

3611802 'HoCL3-1' -24.7810 20.1248 -1.00 4.00 0.00 306.9481
0.00 4 1.000 361 3.000 180 2.000 330 -2.000 002

999. 999. 999. 999. 999.
Krupk• et aL. 1988

3611803 'HOCt4-2* -24.3370 21.2602 -2.00 4.00 0.00 _2.4008
0.00 4 1.000 361 4.000 180 2.000 330 -2.000 002

999.999.999.999.999.
Krupk• et aL. 1988

3611804 ,HgCtl(aq)' 0.0000 25.4206 0.00 3.00 0.00 362.94?2
0.00 5 1.000 361 1.000 180 1.000 380 2.000 330 -2.000 002

999.999.999. 999. 999.
grul_ka et aL. 1968

3611805 'ligCtOH(aq)* 0.0000 10.1313 0.00 3.00 0.00 253.0500
0.00 4 1.000 361 1.000 180 1.000 330 -1.000 002

999. 999. 999. 999. 999.
Krupkm •t mL. 1988

3612701 *HoF+I* "10.04_) 7.7198 1.00 4.00 0.00 219.5884
0.00 4 1.000 361 1.000 270 2.000 330 "2.000 002

999. 999. 999. 999. 999.
Krul_•et •L. 1968

3613801 *Ho/+I* 0.0000 18.9513 1.00 4.00 0.00 327.49/,5
0.00 4 1.000 361 1.000 380 2.000 330 -2.000 002

999.999.999. 999. 999.
Krupka et aL. 1988

3613802 *Hgl2(aq)' -45.3430 30.22?5 0.00 3.00 0.00 454.3989
0.00 4 1.000 361 2.000 380 2.000 330 -2.000 002

999.999.999.999.999.
Krupk•at aL. 1988

3613803 'HOI3-1' -/,9.1720 33.9760 -1.00 4.00 0.00 581.303/,
0.00 4 1.000 361 3.000 380 2.000 330 -2.000 002

999.999.999. 999. 999.
Kr_)ka et aL. 1988

3613804 'HoI4-2' 0.0000 36.0313 -2.00 4.00 0.00 708.20?9
0.00 4 1.000 361 4.000 380 2.000 330 -2.000 002

999. 999. 999. 999. 999.
Krupk• et aL. 1988

3614900 *HgNH3+2* 0.0000 5.6330 2.00 4.50 0.00 217.6206
0.00 & 1.000 361 1.000 490 1.000 330 -2.000 002

999.999.999. 999. 999.
Krupka et aL. 1988

3614901 'HoCNH3)2+2' 0.0000 5.0788 2.00 &.50 0.00 234.6511
0.00 3 1.000 361 2.000 490 -2.000 002

999.999.999.999.999.
Krupka et aL. 1988

3614902 'Ho(IIH3)3+2' 0.0000 -3.1790 2.00 4.50 0.00 251.6817
0.00 4 1.000 361 3.000 490 -1.000 330 -2.000 002

999.999.999. 999. 999.

Krupka ,t aL. 1988
361/,903 *HoCHH3)4+2' 0.0000 -11.6347 2.00 4.50 0.00 268.7122
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0.00 4 1.000 361 4.000 490 -_..0(0)330 -2.0(0)002
999. 999. ggg. 999. 999.

Krupkm mt mt. 1988
3614920 *NgllO3+l' 0.0000 6.8981 1.00 4.00 0.00 262.5949
0.00 4 1.000 361 1.000 492 2.000 330 -2.000 002

999. 999. 999. 999. 999.
KrUldCliet lit. 1988

3614921 *#g(NO3)2(liq)* 0.0000 5.681/, 0.00 3.00 0.00 324.5999
0.00 4 1.000 361 2.000 492 2.000 330 "2.000 002

999.999.999.999.999.
grupkn it lit. 1988

3613302 *HgOi4+1' "3.6200 2.5625 1.00 4.00 0.00 217.5973
0.00 3 1.000 361 1.000 330 -1.000 002

999.999.999.999.999.
Krqgkm et mt. 1988

3613303 'Nil(Oil)3-1' 0.0000 -14.9558 -1.00 4.00 0.00 251.6120
0.00 3 1.000 361 1.000 002 -1.000 330

999.999.999.999.999.
ICrul_ et aL. 1988

3613304 *Hg201t+3* 0.0000 8.9915 3.00 5.00 0.00 418.1873
0.00 3 2.000 361 3.000 330 "3.000 002

999. 999. 999.999.999.
gruplca et at. 1988

3613305 '#83(0fl)3+3' 0.0000 12.0415 3.00 5.00 0.00 652.7920
0.00 3 3.000 361 3.000 330 -3.000 002

999. 999. 999.999.999.
Krupim et at. 1988

3617300 'HgS2-2' 0.0000 31.83/,3 -2.00 /*.00 0.00 264.7220
0.00 3 1.000 361 2.000 730 -2.000 002

999. 999. 999.999.999.
grupkli lit lit. 1988

361?301 'HIl(H$)2(mi)' 0.0000 43.8515 0.00 3.00 0.00 266.7379
0.00 4 1.000 361 2.000 730 2.000 330 -2.000 002

999.999.999.999.999.
KrUldClilit lit. 1988

3617320 'ltllSO4(nq)' 0.0000 7.5549 0.00 3.00 0.00 296.6536
0.00 4 1.000 361 1.000 732 2.000 330 -2.000 002

999.999.999.999.999.
Krq31cli lit lit. 1988

3611/,01 'NgCH3N#2+2' 0.0000 29.3817 2.00 /,.SO 0.00 231.6/,7/,
0.02 6 1.000 361 1.000 1/.0 1.000 /*90 6.000 001 9.000 330 -5.000 002

999.999. 999.999.999.
Krupim et at. 1988

3611/.02 *Hg(CH3NH2)2+' -87.7010 53.2007 2.00 /*.SO 0.00 262.70/*9
0.02 6 1.000 361 2.000 1/.0 2.000 /*90 12.000 001 16.000 330 -8.000 002

999. 999. 999. 999. 999.
Kruplm lit lit. 1988

4107320 *KS04-1' 2.25 O.M -1.00 4.00 0.00 135.1619
0.00 2 1.000410 1.000 732

1,02908e+3 -5,87054_4 1,55960e-1 -3.7125/*e.2 3,63008e.6
E(L316ckitld)ue: vlirliion nde8.32/*5

/*107321 'KHSOt,(acl)' 0.0000 0.26 0.00 3.00 0.00 136.1619
0.00 3 1.000 410 1.000 732 1.000 330

1.578S9e,3 -9.176764+4 2./.2087e-1 -5.6838/,e+2 5.66278e*6
EQ3/6 cletldDilili: verliton mdu.32/*5

/*103300 *gOlt(iU:l)' 0.0000 -14.50 0.00 3.00 0.00 56.1056
0.00 3 1.000 /.10 1.000 002 -1.000 330

1.27/.18e.2 -1,00168e+4 1,50793e-2 -/*,68937e+1 2.86152e.5
E0316 ckltlibue: version mchJ8.32/*5

/*101800 'KCt(aq)' 0.0000 -2.M 0.00 3.00 0.00 74.5510
0.00 2 1.000 /.10 1.000 186

6.972_e+2 -3.SS213e+4 1,101_e-1 -2.S3559e+2 2.17000e+6
EQ3/6 dotldMlie: vtrliion mde8.32/*5

/*101300 'KOr(acl)' 0.0000 -1.74 0.00 3.00 0.00 119.0060
0.00 2 1.000 /.10 1.000 130
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6.90436e+2 -3.SldJ60e+4 1.07016e-1 -2.50627e+2 2.21529e_6
EG3/6 ckmtJNse: version md85.3245

4104920 *KNO3(mq)' "2.9840 "0.1415 0.00 3.00 0.00 101.1032
0.00 2 1.000 410 1.000 492

999. 999.999.999.999.
Krupka et It. 1988

4105800 tKNPO4-1a 0.0000 12.632.3 "1.00 4.00 0.00 135.0776
0.00 3 1.000 410 1.000 580 1.000 330

999. 999. 999. 999. 999.
Krupka et lit. 1988

4107350 'K5203-1' 0.0000 1.0020 -1.00 4.00 0.00 151.2285
0.00 2 1.000 410 1.000 735

999.999.999.999.999.
Kr'qpkmot mL. 1988

LJ,07320 tL|$O/*-l° 0.0000 0.6/* "1.00 4.00 0.00 103.00/.6
0.00 2 1.000 440 1.000 732

999. 999.999.999.999.
Nordltrmm et aL. 1990

4403300 'LlOtt(mq)' 0.0000 -13.64 0.00 3.00 0.00 23.9464
0.00 3 1.000 440 1.000 002 -1.000 330

999. 999.999.999. 999.
iorclstronl tt aL. 1990

4603300 °ltgOtt+l' 15.9350 -11.79 1.00 4.00 0.00 /.1.3123
0.00 3 1.000 460 1.000 002 -1.000 330

5.7014J_+3 -3.41682e+5 7./.5902e-1-2.03167e+3 2.11095e+7
Eg3/6 dltli:Nlee: vers4on mcl,s.3245

4601800 *lCgCt+o 0.0000 "0.13 1.00 4.00 0.00 59.7650
0.00 2 1.000 460 1.000 180

9.89512e_2 -5.72979e_ 1.53374e-1 -3.57489,+2 3.67899e+6
E(L3/6 dlltltlelle: version ndms.3245

4602700 'ttgF+l, 3.2 1.35 1.00 /*.00 0.00 /*3.3034
0.00 2 1.000 460 1.000 270

9.97654e+2 -5.72281e+4 1.52875e-1-3.59692e+2 3.5637/*e+6
E_3/6 dltlbese: version mb8.3245

4601400 'ligCO3(ICI)O 2.713 2.98 0.00 3.00 0.00 84.3142
2.00 2 1.000 460 1.000 1/.0

9.910e-1 0.0000 6.67e-3 0.0000 0.0000
Nordmtrom et mL. 1990.

4601401 'NgltC03+l' -2.771 11.40 1.00 /*.00 0.00 85.3221
1.00 3 1.000 460 1.000 1/.0 1.000 330

8.95566e+1 -5.28234e+3 3.71053e-2 -3.22917e+1 7.4_T_3e+5
Norcbtrom et aL. 1990.

4607320 'NgSO4(aCl)' 4.55 2./.1 0.00 3.00 0.00 120.3686
0.00 2 1.000 460 1.000 732

1.3064Jh_3 -6.73089e+4 2.29421e-1 -4.80032,+2 3.65366e+6
E_3/6 cletld_se: verston mkJs.32/*5

4605800 'MgP04"I t 3.0960 6.5859 -1.00 4.00 0.00 119.276/*
0.00 2 1.000 4_) 1.000 580

999. 999. 999. 999. 999.
Krupko et aL. 1988

4605801 'NgN2PO/,+I' "1.1140 21.0623 1.00 4.00 0.00 121.2922
0.00 3 1.000 460 1.000 580 2.000 330

999. 999.999.999.999.
Krupka it aL. 1988

4605802 'NgHPO4Kmq)' -0.5140 15.2644 0.00 3.00 0.00 120.2843
0.00 3 1.000 460 1.000 580 1.000 330

999.999.999.999.999.
Krupko et lit. 1988

4607350 ')tgS203(mq), 0.0000 1.8105 0.00 3.00 0.00 136.4352
0.00 2 1.000 460 1.000 735

999. 999. 999. 999. 999.
Krupka et mL. 1988

/*701800 'NnCt+l* 0.0000 0.61 1.00 4.00 0.00 90.3908
0.00 2 1.000 470 1.000 180

999. 999. 999. 999. 999.
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Nordstrm et at. 1990
4701801 *NnCt2(sq), 0.0000 0.25 0.00 3.00 0.00 125.8/,35
0.00 2 1.000 470 2.050 180

999. 999.999.999.999.
ltordstrm et at. 1990

4701802 *NnCt3-1* 0.0000 -0.31 -1.00 4.00 0.00 161.2962
0.00 2 1.050 470 3.000 180

999. 999.999.999.999.
Nordstromet st. 1990

4703300'Xn0_l, 14.4 -10.58 1.00 5.00 0.00 71.9/,54
0.00 3 1.000 470 1.000 002 -1.000 330

1.M9600+3 -8.268T_e_ 1.95039e-1 -4.994350+2 4.87370e.6
Reedand kWcher 1909: SOLVI[Odstsbue

4703301'Nn(ON)3-1a 0.0000 -34.2099 -1.00 4.00 0.00 105.9601
0.00 3 1.000 470 3.050 002 -3.000 330

999.999.999.999.999.
grupkset st. 1988

4703302'Xn(Oll)2(sq), 0.0000 -24.6774 0.00 3.00 0.00 88.9527
0.00 3 1.000 470 2.050 002 -2.000 330

999.999.999.999.999.
Krw)kset at. 1988

4703303'Mn(Oil)4-1* 0.0000 -48.3161 -2.00 4.00 0.00 122.9674
0.00 3 1.000 470 4.050 002 -4.000 330

999. 999. 999.999.999.
Krupkset st. 1988

4703304'Mn2(0H)3+I, 0.0000 -23.8652 1.00 4.00 0.00 160.8981
0.00 3 2.000 470 3.050 002 -3.000 330

999.999.999.999.999.
Krupkset st. 1988

4702700 'HnF+I' 0.0000 1.34 1.00 4.00 0.00 73.9365
0.05 2 1.050 470 1.000 270

-2.577.320+3 1.&98110+5 -3.34952e-1 9.189530+2 -9.13362e_6
ELL1/6dstsbsse: version W88.3245

4707320 *XnSO&(sq)* 3.3720 2.35 0.00 3.00 0.00 151.0017
0.00 2 1.000 470 1.000 732

1.M7620+3 -1.050M0+5 2.87564e-1 -6.824730+2 6.22415s_
E03/6 dstsbese: version m.3245

4704920 'Xn(tiO3)2(eq), 0.0000 0.6032 0.00 3.00 0.00 178.9479
0.00 2 1.000 470 2.000 492

999. 999. 999.999.999.
Krupkset st. 1988

4701/,00 *NnCO3(aq)* 0.0000 4.90 0.00 3.00 0.00 114.9474
2.00 2 1.000 470 1.050 140

999.999.999.999.999.
Nordstrm et at. 1990

4701401 *lVdlC03*l* 0.0000 12.28 1.00 4.00 0.00 115.9552
1.00 3 1.000 470 1.050 140 1.000 330

999.999.999.999.999.
tlorclstrm et st. 1990

47073/,0*XnSCN.l* 0.0000 1.0526 1.00 4.00 0.00 113.0218
0.00 2 1.050 734 1.050 470

999.999.999.999.999.
i(rupkset st. 1988

4707341*Xn(IJal)2(ul)* 0.0000 1.31T_ 0.00 3.00 0.00 171.1055
0.00 2 2.000 734 1.050 470

999.999.999.999.999.
Krupkset at. 1988

4707350 *NnS203(sq)* 0.0000 1.9519 0.00 3.00 0.00 167.0682
0.00 2 1.000 470 1.000 735

999. 999. 999. 999. 999.
Krupks ot st. 1988

4707600 'MnSo(sq), 0.0000 -6.7413 0.00 3.00 0.00 133.8981
0.00 3 1.000 760 1.000 470 -1.000 330

999.999.999.999.999.
Krupkset st. 1988
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4707_.0 Ot4nSe04(aq)o 3.4510 2.4284 0.00 3.00 0.05 197.8957
0.05 2 1.000 762 1.000 470

999. 999.999.999.999.
grq=kllot at. 1988

4803300q4o02.2' 0.0000 8.6052 2.00 4.50 0.05 127.9388
0.00 3 1.000 480 4.000 330 -2.000 002

999. 91;9. 999. 999. 999.
grupkaet aL. 1988

4803301*Ho02(Oit)+l* 0.0000 8.1618 1.00 4.00 0.00 144.9461
0.00 3 1.000 480 3.000 330 -1.000 002

999. 9W. 999. 999. 999.
Krupkaet at. 1988

_S03302'H2Ho04(aq), 0.0000 8.2241 0.00 3.00 0.05 161.9535
0.00 2 1.000 480 2.000 330

999.999.999.999.999.
Krupkmet aL. 1988

4803303 *Hl4004"10 0.0000 4.2660 "1.00 4.00 0.00 160.9455
0.00 2 1.000 480 1.000 330

999.999.999.999.999.
Krupk, et aL. 1988

4803304014o7026-60 0.0000 58.6461 -6.00 5.05 0.05 1055.566
0.05 3 7.000 480 8.000 330 -4.000 002

999. 999. 999. 999. 999.
Krupkaat aL. 1988

4803305'No?O230H-5' 0.0000 63.9953 -5.00 5.05 0.05 1056.574
0.00 3 7.000 480 9.000 330 -4.000 002

999.999.999.999.999.
Krupka et aL. 1988

4803306'Ho7022(OH)2-4' 0.0000 66.6796 -4.00 5.00 0.05 1057.582
0.00 3 7.000 480 10.000 330 -4.000 002

999. 999.999.999.999.
grupkaet aL. 1988

4803307'Ho7021(OH)3-3' 0.0000 69.2670 -3.00 4.00 0.05 1058.589
0.05 3 7.000 480 11.000 330 -4.000 002

999.999.999.999.999.
Krupkaet aL. 1988

4_03308'No19059-4' 0.0000 199.1262 -4.00 5.05 0.05 2766.825
0.00 3 19.000 480 3&.O00330 -17.000 002

999. 999. 999. 999. 999.
Krupkaet aL. 1988

5001400'NAC03-1' 8.91 1.27 -1.00 4.00 0.05 82.9990
2.00 2 1.000 505 1.000 140

999.999.999.999.999.
Nordstromet aL. 1990(Logl(), Krupkaet aL. 1988 (deL H)

5001401'HaHCO3(aq), -6.3700 10.08 0.00 3.05 0.00 _.00(#
1.00 3 1.000 500 1.000 140 1.000 33U

999. 999. 999. 999. 999.
Nordstromet aL. 1990(togK), Krupkaet aL. 1988 (deL H)

5007320'HAS04-1* 1.1210 0.72 -1.00 4.00 0.00 119.05)4
0.00 2 1.000 500 1.000 732

1.57827e+3 -8.983_e_ 2.28583e-1 -5.68036e+2 5.43918e_
Reedand Slwcher 1989: SOLVEQdatabase

5005800 'NaHP04-1' 0.0000 12.6352 -1.00 4.050.00 118.9691
0.00 3 1.000 500 1.000 580 1.000 330

999.999.999.999.999.
KrUlokaet aL. 1988

5002700'NaF(aq)* 0.0000 -1.00 0.00 3.00 0.05 41.RS82
0.00 2 1.000 505 1.000 270

9.04051,+2 -5.09302e+4 1.37420e-1 -3.2712(h_2 3.0_23e+6
E03/6 dstabase: version mda8.3245

5007350'NaS203-1' 0.0000 0.5813 -1.00 4.00 0.05 135.1200
0.05 2 1.000 500 1.000 735

999. 999. 999. 999. 999.
Krupkaet aL. 1988

5003300*HaON(mCl)* 0.0000 "14.18 0.05 3.05 0.00 39.9971
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0.00 3 1.000 500 1.000 002 -1.000 330
-5.4d)873e*2 2.a730e_ -1.13_3e-1 2.09515e,2 -1.30187e+6
E(L316databasesversion mbm.3245

5001800,tiaCt(aq), 0.0000 -0.78 0.00 3.00 0.00 58.4428
0.00 2 1.030 503 1.000 180

9.18Tri'e*2 -5.18562e_4 1.39030e-1 -3.32268_2 3.111B2e,6
EQ3/6dataixmes version m.3245

5007300'hHS(aq), 0.0000 -1.10 0.00 3.00 0.00 56.0618
0.00 2 1.030 500 1.030 730

1.24269e_3 -6.ge903e_ 1.83_4-1 -4.48614e+2 4.08975e,6
ReedandqWcher 1989: SOtWOdatabase

5401300_NIIIr_l* 0.0000 0.5006 1.00 4.00 0.00 138.5940
0.00 2 1.000 540 1.000 130

999.999.999.999.999.
Krupk, et aL. 1988

5401800'NiCr+li 0.0000 0.4002 1.00 4.00 0.00 96.1427
0.00 2 1.000 540 1.000 180

999.999.999.999.999.
Krupkaet aL. 1988

5402700qliF+l' 0.0000 1.3032 1.00 4.00 0.00 77.6884
0.00 2 1.000 540 1.000 279

Krupkaet at. 1968
5403300 'NtOH+l' 12.4150 -9.6585 1.00 0.00 0.00 ?5.6973
0.00 3 1.030 540 1.030 002 -1.000 330

999.999.999.999.999.
Krupka et ,L. 1988

5403301'Ni(Oll)2(aq)* 0.0000 -18.9843 0.00 3.00 0.00 92.7047
0.00 3 1.000 540 2.000 002 -2.0QO330

grupkaet aL. 1988
5403302*NI(OH)3-1' 0.0000 -29.9754 -1.00 4.00 0.00 109.7120
0.00 3 1.000 540 3.000 002 -3.000 330

999.999.999.999.999.
Krupkaet aL. 1988

5403303*Ni(OH)4-2* 0.0000 "43.9791 "2.00 4.00 0.00 126.719&
0.00 3 1.030 540 4.000 002 -4.000 330

999.999.999.999.999.
Krupkmat mt. 19/18

5403304'NI2OH+3' 0o0000 -10.6979 3.00 5.00 0.00 134.38_3
0.00 3 2.000 540 1.000 002 -1.000 330

999.999.999.999.999.
Krupka at aL. 1988

5403305 '#14(0H)4+4' 0.0000 -27.TS61 4.00 5.50 0.00 302.7894
0.00 3 4.000 540 4.000 002 -4.000 330

999. 999. 999. 999. 999.
grupkaet at. 1988

5407320'NtSO4(aCl)* 3.3410 2.3038 0.00 3.00 0.00 154.7536
0.00 2 1.000 540 1.000 732

999.999.999. 999.999.
I(rupkaat at. 1988

5401801'NiCL2(aq)' 0.0000 0.9617 0.00 3.00 0.00 129.5954
0.00 2 1.000 540 2.030 180

Krupkmit mL. 1988
5401400'NIHC03+I' 0.0000 11.9476 1.00 4.00 0.00 119.7071
1.00 3 1.000 540 1.000 140 1.000 330

999.999.999. 999. 999.
Krupkmet mt. 1988

5401401 *NICO3(aq)* 0.0000 5.1969 0.00 3.00 0.00 118.6992
2.00 2 1.000 540 1.000 140

999. 999. 999. 999. 999.
I(rq:ka et aL. 1988

5401402'Ni(CO3)2-2' 0.0300 10.1079 -2.00 4.00 0.00 178.7084
4.03 2 1.000 540 2.000 140
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999.999.999.999.999.
Krupkmet mt. 1988

5407321 *11t(1_)2-21 0.0000 1.0232 -2.00 4.00 0.00 250.8172
0.00 2 1.000 540 2.000 732

999.999.999.999.999.
ICrq::kmot at. 1988

5407340*NlSCN+I* 13.1390 1.6470 1.00 4.00 0.00 116.7737
0.00 2 1.000 734 1.000 540

999.999.999.999.999.
Krupimot alL. 1968

5&07350*Nll203(eq)* 0.0000 2.0597 0.00 3.00 0.00 170.8202
0.00 2 1.000 540 1.000 735

999.999.999.999.999.
I(rupka ot aL. 1988

5407620'NtkO4(aq)' 3.5000 2.6607 0.00 3.00 0.00 201.6476
0.00 2 1.000 762 1.000 540

999.999.999.999.999.
Krupkaot aL. 1988

6001800 'PbCL.I' 4.3780 1.44 1.00 4.00 0.00 242.6527
0.00 2 1.000 600 1.000 180

9.965084+2 -5.62014e_ 1.55257e-1 -3.61076e,2 3.&3086e_
Ea316cbtabeso, version mdu.3245

6001801 °PbCt2(aq)' 1.0800 2.00 0.00 3.00 0.00 270.1054
0.00 2 1.000 600 2.000 180

1.65699e+3 -9.23435e+4 2.60093o-1 -6.00284e+2 5.55945e+6
E_3/6 dstldoeso: verston adu.3245

6001802 opiX:L3"1* 2.1720 1.69 "1.00 4.00 0.00 313.5581
0.00 2 1.000 600 3.000 180

1.992Tle_3 -1.11718e+5 3.11394e-1 -7.21697e+2 6.80568e_
ETL3/6cbtebeso: version wdN.3245

6001803 'PbCL4-2o 3.5340 1.49 -2.00 4.00 0.00 3/,9.0108
0.00 2 1.000 600 4.000 180

1.99T;'le+3 -1.13651e+5 3.13747e-1 -7.23210,+2 7.19506e+6
EL3/6 databuo: version md_.3245

6001400 *PbCO3(N)' 0.0000 9.98 0.00 3.00 0.00 267.2092
2.00 2 1.000 600 1.000 140

-6.M193e,3 4.0204_5 -9.24593e-1 2.463764+3 -2.46510e+7
Reedand Spycher1989: $OLVEOdatabue

6001401 'Pb(C03)2"2' 0.0000 9.79"_ "2.00 4.00 0.00 327.2184
4.00 2 1.000 600 2.000 140

999.999. 999. 999.999.
Krupkaot aL. 1988

6001402*PbHCO._I* 0.0000 13.2311 1.00 4.00 0.00 268.2171
1.00 3 1.nO0 600 1.000 140 1.000 330

999.999.999.999.999.
Krupkaot: aL. 1988

6002700'PbF.I ° 0.0000 2.09 1.00 4.00 0.00 226.198/*
0.00 2 1.000 600 1.000 270

2.92993e+3 -1.67357e+5 4.24550e-1 -1.05387e+3 1.01911e+7
Reedand Spycher1989: SOLVEOclatad=uo

6002701°Pt:d:2(iU::l)* 0.0000 2.5559 0.00 3.00 0.00 245.1968
0.00 2 1.000 600 2.000 270

999.999. 999. 999.999.
grupkaot aL. 1988

6002702°PbF3"I° 0.0000 3.4194 "1.00 4.00 0.00 264.1952
0.00 2 1.000 600 3.000 270

999,,999. 999. 999.999.
ICr_,_caot aL. 1988

6002703'PBF4-2' 0.0000 3.1027 -2.00 4.00 0.00 283.1936
0.00 2 1.000 600 4.000 270

I(rupkaot aL. 1988
6003300°PbOH+I' 0.0000 -7.60 1.00 4.00 0.00 224.2073
O.O03 1.000 600 1.000 002 -1.000 330

2.18189e+2 -1.47019e_ 3.23247o-2 -7.81219e+1 6.39475e+5
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I03/6 _ti: veP, fort td88.32&5
6003301 *Pt)(Oll)2(iq)* 0.0000 -17.1489 0.00 3.00 0.00 241.2147

0.00 3 1.000 600 2.000 002 -2.000 330
999.999.999.999.999.
l(rupk, ,t eL. II

_02 *_)3"1* 0._ "28._ "1.00 4.00 0.00 258.2220
0.00 3 1.O _ 3.0 002 "3._ 330

_. _. _. _. _.
grupkaet at. 1I

_3_ o_3o 0._ -6._ 3.00 5.00 0.00 431.4073
0.00 3 2.0 _ 1._ _ -1._

_. _. _. _. _.
Kr_J tt Jt. 1I

__ *_(_)4.2' _._ -_.3_ 2.00 4.50 0.00 _._
0.00 3 3.0 _ 4._ _ -4._ U0

999. 999. _. 999. 999.
Kr_ et eL. 1t

6003305 'Pb(01i)4-2' 0.0000 -39.69Tt -2.00 4.00 0.00 275.2294
0.00 3 1.000 600 4.000 002 -4.000 330

999.999.999.999.999.
K_a et at. 11

6003306 'Pb4(OH)4+4* _._0 "19._ 4.00 5.50 0.00 896.8294
0.00 3 4.000 600 4.000 002 "4.000 330

999.999.999.999.999.
K_a _ at. 11

_9_ °_lO 0._ 1.5107 1.00 4.00 0.00 _9.2_9
0.00 2 1.O _ 1._ 4_

_. _. _. _. _.
K_a et eL. 1I

_73_ */(_)° 0._ 2.7316 0.00 3.00 0.00 _._
0.00 2 1._ _ 1._ ?32

_. _. _. 999. 999.
K_s et at. 1988

_7321 'Pb(_)2-2' 0._ 1._9 "2.00 4.00 0.00 3_.32_
0.00 2 1.O _ 2.000 732

999.999.999.999.999.
[ru_ et eL. 1968

G7300 *h(HI)I(M) ° 0._ 13._ 0.00 3.00 0.00 273._
0.00 2 1.O _ 2._

6.11_1e+3 -3._7e+5 7.5_-1 -2.1_3 2.373_e+7
Reedm_d_her 1_: SIX.VEO_tm

_7301 oPb(HI)3-1' 0._ 15.92 -1.00 4.00 0.00 3_.4218
0.00 2 1.O _ 3.000 730

1.77048_3 -9.80861e+4 2.51791e-1 -6.35288e+2 6.34102e+6
Reedend Spycher 1989: IOLVEOcletabes,

G7302 '_(HI)3(_), 0._ _._ 0.00 3.00 0.00 307.4140
0.00 3 1.O _ 3.000 730 1._

6._e_3 -3.81214e+5 9._-1 -2.42117e+3 2.__7
R_ _ _er 1_: IOLVEO_t_se

_1300 '_1 o 0._ 1.1_3 1.00 4.00 0.00 _7.1_0
0._ 2 1.O _ 1._ 1_

_. _. _. _. _.
grl4:Ikl lt mL. 11

_1_1 O_r2(_)* 0._ 1._ 0.00 3.00 0.00 _7._
0.00 2 1._ _ 2.0 1_

_. _. _. _. _.
[r_ et _t. 1t

__ *Pbl+l' 0._ 1.9_ 1.00 4.00 0.00 3_.1_5
0.00 2 1._ _ 1._

_. _. _. _. _.
grupkaIt sL. 11

_1 '_I2(N)' 0._ 3.0_ 0.00 3.00 0.00 _1.0_9
0.00 2 1.O _ 2._

999. 999. _. 999. _.
Krupkaet _L. 1988
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6005800 'PI_PO4(aCl)* 0.0000 15./,557 0.00 3.00 0.00 303.1793
O.O03 1•000 600 1•000 330 1•000 580

999.999.999. 999.999.
grupks et lit. 1988

6005801*Pb62P04.1a 0.0000 21.026/* 1.00 4.00 0.00 304.1872
0.00 3 1.000 600 2.000 330 1.000 580

999.999.999. 999.999.
Krul_a et aL. 1988

6007340*PMCI_I* 0.2960 0.8898 1.00 4.00 0.00 265.2837
0.00 2 1.080 73/, 1.000 600

999.999.999. 999.999.
I(rupkaet al. 1988

7403300*llbO_l* 0.0000 1.1803 1.00 4.00 0.00 137.7494
0.00 3 1.000 740 1.000 330 "2.000 002

999. 999. 999. 999. 999.
f4hml (1989)

7403301*Sh02-1* 0.0000 -11.8030 -1.00 4.00 0.00 153.7_M
0.00 3 1.000 740 -1.000 002 "1.000 330

999.999.999. 999.999.
Sehm| (1989)

7402700'SbOF(aq)' 0.0000 6.684 0.00 3.00 0.00 156.7478
0.00 4 1.000 330 1.000 740 1.000 270 -2.000 002

999. 999. 999. 999. 999.
Setmet(1989)

7/,02702*Sb(OH)2F(sq)' 0.0000 6.695 0.00 3.00 0.00 17/,.7630
O.O0/, 1•000 740 1.000 270 1.000 330 -1.000 002

999.999.999. 999.999.
khmt (1989)

7/*07300*SI:QS/,-21 "75.6801 /*9.2867 "2.00 /*.00 0.00 371.7/,00
0.00 /* 2.000 740 4.008 730 2.000 330 "6.000 002

999. 999. 999. 999. 999.
Sehmt (1989)

3307601'Se-2' 0.0000 -14.96 -1.00 4.00 2.00 79.9600
0.00 2 1.000 760 -1.000 330

8.93176e,2 -6./,S/,/,Te_, 9.75_/*e-2 -3.11918e+2 4.54110e+6
EO3/6clatab_e: version _.32/.5

3307600:H2Se(iq)I 0.7890 3.80 0.00 3.00 0.00 80.9759
0.00 2 1.000 760 2.000 330

2.gSssge,3 -1.6353_+5 /*.77155e-1 -1.07513e+3 9.93768e+6
EO3/6database: version mckw.32/*5

3307611*S*03-2: 1.2800 "7.29 "2.00 4.00 2.00 126.9582
0.00 2 1.000 761 -1.000 330

-8.1811e+2 4.6_,56e+/* -1.29S/*2e-1 2.93997e+2 -3.00537e+6
E(L3/6clatl_lse: version _s.3245

3307610'H2S_3(aq)* 1.6900 2.57 0.00 3.00 0.00 128.9741
0.00 2 1.000 761 1.000 330

2.61100e*3 -1.3/,917e+5 /*.3185/*e-1 -9.5655/,e+2 7.31215e+6
E03/6 clarke: version ndlm.32/,5

3307620'liSe04-1' /,.0900 1.91 -1.00 4.00 1.00 1/,3.9655
0.00 2 1.000 762 1.000 330

7.62796e+2 -/*.22713e+/, 1.18805e-1 -2.75519e+2 2./.193_e*6
E_3/6 clatase: version uckis.32/,5

2817610'FeltSl03+2' 0.0000 1.8610 2.00 4.50 0.00 183.8131
0.00 2 1.000 761 1.000 281

999. 999. 999. 999. 999.
I(rupks et aL. 1988

9507620 *ZnSeO4(aq)* 0.0000 2.2591 0.00 3.00 0.00 208.3/,76
0.00 2 1.080 762 1.000 950

999.999.999. 999.999.
Kruipk,,t aL. 1988

9507621 'Zn(ScK)4)2-2' 0.0000 0.0088 -2.00 4.00 0.00 351.3052
0.00 2 2.000 762 1.000 950

999. 999. 999. 999. 999.
K[rupkset aL. 1988

6703300*RsOH+' 0.0000 "13.49 1.00 4.00 0.00 243.0574
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0.00 3 1._ 670 1._ 002 -1._ 330

Nor_trom et at. 1_

6701_ 'R_(N)' 1.07 2.5 CJ.003.00 0.00 _._94
2.00 2 1._ 670 1._ 1_

_. _. _. _. _.
N_trom et or. 1_

6_0 'R_(_)' 1.3 2._ _.00 3.00 0.00 _.1116
0.00 2 1._ 670 1._

_. _. _. _. _.
No_t_ et aL. 1_

__ *_1_-1' 6.12 -9._ -1.00 4.00 _1.00 _.1_
0._ 2 1._ _ -1._

-3.__2 1._ -5._-2 1._1_;! -1.11__
Norcktrom et o|. 1990

3307701 '_i_-2' 17.6 -_.0 "2.00 4.00 2.00 _._
0.00 2 1.000 T_0 -2.000 330

-2.9401644*2 1.120_9e_ -7.02650e-2 1.08184_2 -1.119669t_6
#o_trm et aL. 1_

3307702 '$f_(_)6-2' 0._ -13.3257 -2.00 4.00 2.00 310.3824
0.00 3 4.000 770 -2._ 330 -4._ 002

999.999. 999. 999.999.
Krupka et at. 1988

7702700 'SIF6-2' -16.26 26.27 -2.00 4.00 0.00 142.0759
0.00 4 1.000 770 6.000 270 4.000 330 -4,000 002

3.78324e+3 -2.15_0e+§ 5.57602e-1-1.35657e+3 1.38766e.7
E_/6 _tm: version m.3245

'S_I' 14.4_0 -13.18 1.00 4.00 0.00 10&._
0.00 3 1._ _ 1._ _ -1._

1.04a134w3 -6.2387_ 1.42215e-1 -3.74204e+2 3.50919e_

__ *S_(_)' 2.08 2.30 0.1_ 3.00 U.00 1_._
0._ 2 1._ _ 1._ _2

6.__2 "3.1__ 1.31_-1 "2.4_1_2 1.5_01_
E_/6 _tm: version m.3245

80014a0 'SrlliX)_l' 2.4419 11.51 1.00 4.00 0.00 148.6371
1.00 3 1._ _ 1._ 1_ 1._

1.56841e.2 -8.51454_3 5.3_18e-2 -5.72_2e+1 7.92311e+5
Nordotroin et ot. 1990

8001401 'S_(_)' 5.22 2.81 0.00 3.00 0.00 147.6292
2.00 2 1.000 800 1.000 140

-1.019e*0 0.0000 1.2826e-2 0.0000 0.0000
Nordstrm et aL. 1990

8001800 'S_t.' 0._ -0.25 1.00 4.00 0.00 1_.0_0
0._ 2 1._ 800 1._ 180

6._52tm2 -4.9"_o51e_ 1.36370e-1 -3.15935e+2 3.01891eqb
ETL316_tm: version mdas.3245

8002790 'Sr_' 0._ 0.1& 1.00 4.00 0.00 106.6184
0.00 2 1._ 800 1._

9.10_2 -$.191_ 1.416864-1 -3._e*_ 3._11_
EQ316_tm: version ad_.324S

8007350 'S_(_)' 0._ 2.031K 0.00 3.00 0.00 199.7502
0.00 2 1.000 800 1.000 735

999.999. 999. 999.999.
[_ _ mL. 1_

8503300 'Th(ON)+3' 0.000 -3.20 3.00 5.00 0.00 ?.49.0454
0.00 3 -1._ 330 1.1 850 1.I

9_9. 999. 999. 999. 999.
Llmmutr and Hermm (lSmO)

8503301 'Th(_)2 +2' 0._ -6.93 2.00 4.50 0.00 _._27
0.00 3 -2.000 330 1.000 850 2.000 002

999. 999. 999. 999. 9q9.
Lan_uir and Ileman (1_)

28503302 =Th?.(Oil)2+6' 0.0000 -6.14 6.00 5.$0 0.00 498.0907
0.00 3 *,2.000 330 2.000 650 2.000 002
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999. 999. 999. 999. 999.
Langmuir imcl Herren (1980)

8502700 'THF.3' 0.0000 8.03 3.00 5.00 0.00 251.0364
0.00 2 1.000 850 1.000 270

999. 999. 999. 999. 999.
Llngmu!r imcl Ilermn (1980)

8502701 'THF2.2' 0.0000 14.25 2.00 4.50 0.00 270.0348
0.00 2 1.000 850 2.000 270

999. 999. 999. 999. 999.
LImgmu|r Ind Hef'mn (1980)

8502702 'THF3+1' 0.0000 18.93 1.00 4.00 0.00 289.0332
0.00 2 1.000 850 3.000 270

999. 999. 999.999.999.
Langmuir and Hef'mn (1980)

8502703 'ThF4(aq)' 0.0000 22.31 0.00 3.00 0.00 308.0316
0.00 2 1.000 850 4.000 270

999. 999. 999. 999. 999.
LImgmu|r Imcl Hemen (1980)

8501800 'Thtr+3' 0.0000 1.09 3.00 5.00 0,00 267.4910
0.00 2 1.000 850 1.000 180

999. 999. 999.999.999.
Lmlgmu|r end Herren (1980)

8501801 'ThCi2.2' 0.0000 0.80 2.00 4.50 0.00 302.9440
0.00 2 1.000 850 2.000 180

999. 999. 999. 999, 999.
LwWmuir _ Herren (1980)

8501802 'ThCL3+I' 0.0000 1.65 1.00 4.00 0.00 338.3970
0.00 2 1.000 850 3.000 180

999.999.999.999.999.
Lmgmuir and Her'mn (1980)

8507320 'ThS04+2' 0.0000 5.45 2.00 4.50 0.00 328.0996
0.00 2 1.000 850 1.000 732

999. 999.999.999.999.
Lm_llmulr and Hermm (198'1)

8507321 'Th(S04)(KI)' O.UO00 9.73 0.00 3.00 0.00 424.0996
0.00 2 1,000 850 2.000 732

W9. 999. 999. 999. 999.
Langmuir and Hemen (1980)

8507322 'Th(S04)3-2' 0.0000 10.50 -2.00 4.00 0.00 520.2228
O.O0 2 1.000 850 3.000 732

999. 999, 999.999.999.
Langmuir and Herren (1980)

8507322 *Th($04)4-4' 0.0000 8.48 -4.00 4.00 0.00 616.2854
O.O0 2 1.000 850 4.000 732

999. 999. 999. 999. 999.
Langmuir and Herren (1980)

8504920 *ThN03+3' 0.0000 0.94 3.00 5.00 0.00 294.0429
0.00 2 1.000 850 1.000 492

999.999.999.999.999.
Langmuir md Herin (1980)

8504921 *Th(1103)2+2' 0.0000 1.97 2.00 4.50 0.00 356.0478
0.00 2 1.000 850 2.000 492

999. 999.999.999.999.
Langauir and Ileman (1980)

0505800 'ThH2P04+3' 0.0000 24.07 3.00 5.00 0.00 329.0271
0.00 3 1.000 850 1.000 580 2.000 330

999. 999.999.999.999.
Lanllmuir and Herren (1980)

8505801 'Th(H2P04)2+2' 0.0000 47.98 2.00 4.50 0.00 426.0127
0.00 3 1.000 850 2.000 580 4.000 330

999. 999. 999. 999. 999.
Lm_lmuir and Itemen (1980)

8505802 'ThH3P04+4' 0.0000 23.61 4.00 5.00 0.00 330.0334
O.O0 3 1.000 650 1.000 580 3.000 330

999. 999. 999. 999. 999.
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Langlutr and Hemin (1980)
8505803 'ThHP04.2 a 0.0000 23.14 2.00 4.50 0.00 328.0174
0.00 3 1.000 850 1.000 580 1.000 330

999. 999. 999. 999. 999.
Langluir end Herren (1980)

8505804 'Th(HPO4)2(aq)' 0.0000 47.49 0.00 3.00 0.00 423.9968
0.00 3 1.000 8SO 2.000 580 2.000 330

999.999. 999.999.999.
Llmpulr and Herman (1980)

8505805 *Th(HP04)3-2 0.0000 68.33 -2.00 4.00 0.00 519.9762
0.00 3 1.000 850 3.000 580 3.000 330

999.999.999.999.999.
Langlulr end llermn (1980)

8503303 'Th(Oll)3+l* 0.0000 -11.70 1.00 4.00 0.00 283.0601
0.00 3 -3.000 330 1.000 850 3.000 002

999. 999. 999. 999. 999.
Langlulr lind Hernmn(1980)

8503304 *Th(ON)4(N)* 0.0000 o15.90 0.00 3.00 0.00 300.0675
0.00 3 -4.000 330 1.000 850 4.000 002

999.999.999.999.999.
Langmuir and Herren (1980)

8503305 'Th4(01¢)8+8' 0.0000 o21.10 8.00 5.50 0.00 1064.211
0.00 3 -8.000 330 4.000 850 8.000 002

999.999. 999.999.999.
Langmuir and Hernmrl(1980)

8503306 'Th6(ON)15+9' 0.0000 -36.76 9.00 5.50 0.00 1647.339
0.00 3 -15.000 330 6.000 850 15.000 002

999.999.999.999.999.
LImglulr _d Herren (1980)

8501803 'ThCt4(ml)' 0.0000 i.16 0.00 3.00 0.00 338.3970
0.00 2 1.000 850 6.000 180

999.999.999.999.999.
Lanaluir Imd Hernmn (1980)

8703300 'TtOH(aCl)' 13.9350 -13.1717 0.00 3.00 0.00 221.3773
0.00 3 1.000 870 1.000 002 -1.000 330

999.999.999.999.999.
Dems_ mcl Krup_ (1985)

8702700 ºTtF(N)' 0.0000 -0.4251 0.00 3.00 0.00 223.3684
0.00 2 1.000 870 1.000 270

999.999.999.999.999.
Deutsch lind Krupka (1985)

8701800 'TtCt(aq)' -1.1470 0.6824 0.00 3.00 0.00 239.8230
0.00 2 1.000 870 1.000 180

999.999.999. 999.999.
Det_sch imcl Krupka (1985)

8701801 'TLCL2-1' 0.0000 0.2434 -1.00 4.00 0.00 275.2760
0.00 2 1.000 870 2.000 180

999.999.999.999.999.
Deutsch imcl gr_a (1905)

8701300 *TLBr(acl)' -2.4610 0.9/,77 0.00 3.00 0.00 284.Z740
0.00 2 1.000 870 1.000 130

999.999.999.999.999.
Deutsch end Krupb (1985)

8701301 OTLBr2-1' 2.9980 0.9719 -1.00 4.00 0.00 364.1780
0.00 2 1.000 870 2.000 130

999.999.999.999.999.
Deutl.:h imclgrupka (1985)

8701302 'TLilrCL-I' 0.0000 0.8165 -1.00 4.00 0.00 319.7270
0.00 3 1.000 870 1.000 130 1.000 180

999.999.999.999.999.
Deutsch lhd KPulPkl (1985)

8703800 °TLICaq)' 0.0000 1.4Z79 0.00 3.00 0.00 331.2745
0.00 2 1.000 870 1.000 380

999.999.999. 999.999.
DmJtl_h _ Kr_l (1985)
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8703801 :Til2-1' 0.0000 1.8588 -1.00 4.00 0.00 458.17'90
0.00 2 1.000 870 2.000 380

999. 999. 999. 999. 999.

Deutsch and Krulpk8 (1985)
8703802 ITtIBr-ll 0.0000 2.1850 -1.00 4.00 0.00 411.1705
0.00 3 1.000 870 1.000 380 1.000 130

999.999.999.999. 999.
Deutsch and Krupka (1985)

8707320 'TLS04-1' -0.2200 1.3853 -1.00 4.00 0.00 300.4276
0.00 2 1.000 870 1.000 732

999. 999. 999. 999. 999.
Oeutsoh and [ru_J (lm)

8704920 °TtNO3(Itq)° "0.6500 0.3665 0.00 3.00 0.00 266.3749
0.00 2 1.000 870 1.000 492

999. 999. 999. 999. 999.
Deutsch and grupka (1985)

8704910 'TLNO2(eq)' 0,0000 0.9969 0.00 3.00 0.00 250.3755
0.00 2 1.000 870 1.000 491

999. 999.999.999. 999.
Dotatschlind Krupkll (1985)

8707300 'TLHS(oq) ° 0.0000 1.8178 0.00 3.00 0.00 237.4379
0.00 2 1.000 870 1.000 730

999. 999.999.999. 999.
Deutsch and iCrupk| (1985)

8707301 'TL2HS.I' 0.0000 7.6979 1.00 4.00 0.00 441.8079
0.00 2 2.000 870 1.000 730

999. 999. 999. 999. 999.
Deut_.h and Krul_a (1985)

8707302 °TL2OH(HS)3-a 0.0000 1.00_ -2.00 4.00 0.00 524.9510
0.00 4 2.000 870 3.000 730 1.000 002 -1.000 330

999. 999.999.999. 999.
Deutsch and ICrupko(1985)

8707303 'TL2(OH)2(HS)2-2' 0.0000 -11.0681 -2.00 4.00 0.00 508.8904
0,00 4 2.000 870 2.000 730 2.000 002 -2.000 330

999. 999. 999. 999. 999.
Deutsch and ICruplca(1985)

8713300 'TL.3' 0.0000 4.7424 3.00 5.00 0.00 204.3700
0,00 3 1.000 871 3.000 330 -3.000 002

999. 999.999.999. 999.
Oeutsch and Krupka (1985)

8713301 'TLOH.2' 0.0000 3.5770 2.00 4.50 0.00 221.37'73
O.O0 3 1.000 871 2.000 330 - 2.000 002

999.999.999.999. 999.
Oeutsch end Krupko (1985)

8713302 'Tr(OH)2.1' 0.0000 2.1183 1.00 4.00 0,00 238.38/o6
O,O0 3 1.000 871 1.000 330 - 1.000 002

999. 999.999.999. 999.
Deutsch and Krupkm(1985)

8711800 'TtCt.2' 0.0000 12.2342 2.00 4.00 0.00 239.8230
0.00 4 1.000 871 1.000 180 3,000 330 "3.000 2

999. 999.999.999. 999.
Deuta_h and Krupkm(1985)

8711801 'TLCL2+I' 0.0000 18.0402 1.00 4,00 0.00 275.2760
0,00 4 10000 871 2.000 t80 3.000 330 -3.000 2

999.999.999.999. 999.
Deutsch end Krupkm(1965)

711802 'TLCL3(oq)' 0.0000 21.4273 0.00 3.00 0.00 310.7290
0.00 4 1.000 871 3.000 180 3.000 330 -3.000 2

999. 999.999.999. 999.
Oeutsch m3dKrupk3 (1985)

8711803 'TLCL4-1' 0.0000 24.2281 -1,00 4.00 0.00 346.1820
0,00 4 1.000 871 4,000 180 3.000 330 -3.000 2

999. 999.999.999. 999.
Deutsch and Krul_O (1985)

8711300 'TtBr+2' 0.0000 14.2221 2.00 4.50 0.00 284.2740
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0.00 4 1.000 871 1.000 130 3.000 330 -3.000 2
999. 999. 999. 999. 999.
Deutxh and ICruplca(1985)

8711301 'Ttllr2.l, 0.0000 21.5761 1.00 4.00 0.00 364.1780
0.00 4 1.000 871 2.000 130 3.000 330 -3.000 2

999. 999. 999. 999. 999.
Deutsch and Krulgkll (1985)

8711302 'Ttllr3(aq), 0.0000 27.0244 0.00 3.00 0.00 4_,.0820
0.00 4 1.000 871 3.000 130 3.000 330 -3.000 2

999.999.999.999.999.
Deutur.h und [ruplca (1985)

8711303 'Ttir4-1' 0.0000 31.1533 -1.00 4.00 0.00 523.9860
0.00 4 1.000 871 4.000 130 3.000 330 -3.000 2

999. 999. 999. 999. 999.
Deutsch and Krupka (1985)

8713800 'Til4-1' 0.0000 34.7596 -1.00 4.00 0.00 711.9880
0.00 4 1.000 871 4.000 380 3.000 330 -3.000 2

999. 999.999.999. 999.
Oeutach und Krupica (1985)

8714920 'TtN03_2' 0.0000 7.0073 2.00 4.50 0.00 266.3749
0.00 4 1.000 871 1.000 492 3.000 330 -3.000 2

999. 999.999.999. 999.
Deutsch and Krupk, (1985)

8713303 'Tt(OH)4-1' 0.0000 -10.2545 -1.00 4.00 0.00 272.3992
0.00 3 1.000 871 1.000 002 -1.000 330

999.999.999.999. 999.
Oeutsch and Krupk, (1985)

8711804 'TtOtlCt.l' 0.0000 10.6290 1.00 4.00 0.00 256.8303
0.00 4 1.000 871 1.000 180 2.000 330 -2.000 2

999.999.999.999. 999.
Oeutl_h and grul_a (1985)

8913300 'UOH+3' 11.715 -0.66 3.00 5.00 0.00 255.0364
0.00 3 1.000 891 1.000 002 -1.000 330

-7.7213e,3 -1.4536e*1 8.9328e-3 2.4202e,5 1.0269.+2
NEA(1989), E(L3/6 cktabese: version adu.3245

8913301 'U(ON)2.2' 17.730 -2.25 2.00 4.50 0.00 272.0437
0.00 3 -2.000 330 1.000 891 2.000 2

-9.1223e+3 -1.7463e+1 1.2796e-2 1.7625e+5 1.2205e+2
NEA(1989), EQ3/6 cktase: version mks.3245

8913302 *U(Otl)3+l, 22.645 -4.88 1.00 4.00 0.00 289.0511
0.00 3 1.000 891 3.000 002 -3.000 330

-7.14/_,e+3 -1.2193e+1 1.0960e-2 -6.6363e_ 8.6037e+1
NEA(1989), EG316database: version adu.3245

8913303 'U(ON)4(aq)' 24.760 -8.53 0.00 3.00 0.00 306.0586
0.00 3 1.000 891 4.000 2 -4.000 330

-1.5817e_ -4.5755e*2 4.7482e-1 8.7252e,6 2.8892e+3
NEA(1989), EiL3/6 datlWacme:version llldlm.3245

8913304 *U(OH)5-1, 27.575 -16.50 -1.00 4.00 0.00 323.0659
0.00 3 1.000 891 5.000 002 -5.000 330

2.8116e+3 1.96t,6e*l -4.5239e-2 -1.1922e+6 -1.1095e,2
E0316 ditto: version ad_.3245

8912700 'UF+3' 5.050 8.63 3.00 5.00 0.00 257.0274
0.00 2 1.000 891 1.000 270

-7.0038e_ -1.9478_2 1.8768e-1 4.1074e,6 1.2511e+3
NEA(1989), Eg316 database: version mlu.3245

8912701 'UF2.2* 7.200 14.48 2.00 4.50 0.00 276.0258
0.00 2 1.000 891 2.000 270

-1.3599e,5 -3.8224e+2 3.7385e-1 7.9989e+6 2.41,70e,3
NEA (1989), EG3/6 clatld_mse:version mdu.3245

8912702 *UF3+I' 7.150 19.15 1.00 4.00 0.00 295.0242
0.00 2 1.000 891 3.000 270

-2.0755e.5 -5.8533e+2 5.7485e-1 1.2305e.7 3.7404e+3
NEA (1989), EO3/6 clatIW_me: version adas.3245

8912703 'UF4(nq)' 4.600 23.68 0.00 3.00 0.00 314.0226
0.00 2 1.000 891 4.000 270
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-2.9047e_5 -9.0590e+2 9.9490e-1 1.6066e+7 5.68200+3
NEA (1989), E_3/6 datebue: version mda8.3245

8912704 'UF5-1' 4.850 25.28 -1.00 4.00 0.00 333.0210
0.00 2 _.000 891 5.000 270

-3.2573e+5 -9.2198e+2 8.9183e-1 1.9231e+7 5.8885,+3
NEA (1909), ETL316datebue: verlton mdas.3245

8912705 'UF6-2' 3.300 27.75 -2.00 4.00 0.00 352.0194
0.00 2 1.000 891 6.000 270

-3.9402e.5 -1.1190e+3 1.0924e+0 2.3358e+7 7.1364e+3
NEA(19li9), E(13/6 datldllle: version ada8.3245

8911800 oUCL+3' 9.933 1.33 3.00 5.00 0.00 273.4820
0.00 2 1.000 891 1.000 180

-5.8147e_ 01.5897e+2 1.5562e-1 3.3375e+6 1.0181e+3
NEA(1989), EG316databue: version mdas.3245

8917320 'US04+2* 3.700 5.46 2.00 4.50 0.00 334.0906
0.00 2 1.000 891 1.000 732

-1.1580e_ -3.2819e.2 3.3136e-1 6.9608e+6 2.0866e+3
NEA(1989), E(13/6 datlbue: version adas.3245

8917321 'U(SO4)2(oq)* 7.600 9.75 0.00 3.00 0.00 430.1522
0.00 2 1.000 891 2.000 732

-2.5921e+5 -7.6796e+2 7.9007e-1 1.47464+7 4.8532e+3
NEA(1989), EQ3/6 dltlblle: version adas.3245

8915800 'UHP04+2* 7.500 24.30 2.00 4.50 0.00 334.0084
0.00 3 1.000 891 1.000 580 1.000 330

-5.7210e_ -1.4810e+2 _.5969e-1 3.8064e+6 9.6954e+2
NEA (1989), E{L3/6 dstabaa: version ldas.3245

8915801 'U(llPO4)2(aq)' 1.700 46.62 0.00 3.00 0.00 429.9877
0.00 3 1.000 891 2.000 580 2.000 330

-3.9768e+5 -1.1902e+3 1.26630e+0 2.3077e+7 7.524_1e+3
NEA(1989), E{L3/6 dltlbsse: version ldu.3245

8915802 'U(HP04)3"2* "7.800 67.55 "2.00 0.00 0.00 525.9671
0.00 3 1.000 891 3.000 580 3.000 330

-1.3118e+5 -3.6456e+2 4.2390e-1 9.1823e+6 2.3549,+3
NEA (1989), EQ3/6 database: version adas.3245

8915803 ,U(IIP04)4-4, -26.500 87.90 -4.00 4.00 0.00 621.9465
0.00 3 1.000 891 4.000 580 4.000 330

-1.8094e+5 -5.0753e+2 5.8319e-1 1.2948_7 3.2669e+3
E_L3/6 database: version mdas.3245

8933300 'U020il+l' 0.0000 -5.2 1.00 4.00 0.00 287.0352
0.00 3 1.000 893 1.000 002 -1.000 330

999. 999. 999. 999. 999.
NEA1989

8933301 *UO2(OH)2(KI)* 0.0000 -12.0 0.00 3.00 0.00 304.0420
0.00 3 1.000 893 2.000 002 -2.000 330

999. 999. 999. 999. 999.
NEA1989

8933302 0U02(011)3-10 0.0000 -20.0 -1.00 4.00 0.00 321.0500
0.00 3 1.000 893 3.000 002 -3.000 330

999.999.999. 999. 999.
MEA1989

8933303 'U02(0ll)4-2' 0.00050 -33.0 -2.00 4.00 0.00 338.0570
0.00 3 1.000 893 4.000 002 -4.000 330

999.999.999. 999. 999.
MEA1989

8933304 '(UO2)2(ON).3' 0.0000 "2.8 3.00 5.00 0.00 574.0703
0.00 3 2.000 893 1.000 002 -1.000 330

999.999.999. 999. 999.
MEA 1989

8933305 '(UO2)2(ON)2.2' 0.0500 -5.63 2.00 4.50 0.00 574.0703
0.00 3 2.000 893 2.000 002 -2.000 330

999. 999. 999. 999. 999.
NEA 1989

8933306 *(UO2)3(OM)4+2' 0.0000 -11.9 2.00 4.50 0.00 878.1130
0.00 3 3.000 893 4.000 002 -4.000 330

999. 999. 999. 999. 999.
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NEA1969
8933307 '(U02)3(0il)5.1' 0.04)00 -15.56 1.00 4.00 0.00 895.1203
0.00 3 3.000 893 5.000 002 -5.000 330

999.999.999.999.999.
ME/,1989

8933308 '(UO2)3(OH)7-1' 0.0000 -31. -1.00 4.00 0.00 929.1350
0.00 3 3.000 893 7.000 002 -7.000 330

999.999.999.999.999.
MEA1989

8933309 '(UO2)4(ON)7+l* 0.004)0 -21.9 1.00 4.00 0.00 1199.1620
0.00 3 4.000 893 7.000 002 -7.000 330

999.999.999.999.999.
MEA lm

8931400 ,uo2co3(lq), o.oooo 9.65 o.oo 3.00 o.oo 330.0372
2.00 2 1.000 893 1.000 140

-1.2933e+5 -3.43700+2 3.2122e-1 8.2635e,6 2.2130e+3
IEA 1969, |03/6 database: veriion mdal.3245

8931401 'U02(C03)2-2' 0.0000 17.07 -2.00 4.00 0.00 390.0465
4.00 2 1.000 893 2.000 140

-3.2424e+5 -8.S8SSe+2 7.8720e-1 2.0589e+7 5.5299e+3
MEA1989, E_3/6 database: version mda8.3245

8931402*U02(C:03)3-41 0.0000 21.69 -4.00 4.00 0.00 450.0559
6.00 2 1.000 893 3.000 140

-4.59084+5 -1.2263e+3 1.1298,+0 2.93364+7 7.8817e+3
NEA1989, E03/6 database: vers{on ndas.3245

8932700'UO2F+I' -0.450 5.08 1.00 4.00 0.00 289.0262
0.00 2 1.000 893 1.000 270

-6.3929e_ -1.8474e+2 1.8649e-1 3.8003e,6 1.1737e+3
MEA1989, ELL3/6datlibsee: version mdu.3245

8932701 IUO2F2(I_)I 00o900 8.8/, 0.00 3.00 0.00 308.02/,6
0.00 2 1.000 893 2.000 270

-6.3066e+4 -2.1037e*2 2.4658e-1 3.3397e+6 1.3079e+3
MEA1989, E03/6 database: version ndas.3245

8932702 'UO2F3-1' -0.850 11.2/, -1.00 4.00 0.00 327.0230
0.00 2 1.000 893 3.000 270

-1.8293e+5 -5.2137e+2 4.9492e-1 1.0674e+7 3.32T/'e+3
NEA1989, ETL3/6datltblise: vers{on 11idli8.3245

8932703 'UO2F4-2' -1.100 12.43 -2.00 4.00 0.00 346.0214
0.00 2 1.000 893 4.000 270

-2.5208e+5 -7.2128e+2 7.0262e-1 1.4852e+7 4.5909e+3
NEA1989, EO3/6database: version ndas.3245

8931800'UO2Ct+l' 1.233 0.23 1.00 4.00 0.00 305.4808
0.00 2 1.000 893 1.000 180

-5.5368e_ -1.5774e+2 1.60564-1 3.3291e+6 9.9935e+2
NEA1989, E03/6 database: verB{on mda8.3245

8937320'UO2SO4(aq)' 5.100 2.75 0.00 3.00 0.00 366.0894
0.00 2 1.000 893 1.000 732

-6.5580e_ -2.0327e+2 2.2541e-1 3.5631e+6 1.2736e+3
MEA1989, E03/6 database: version ndas.3245

8937321'UO2(S04)2-2' 6.100 4.25 -2.00 4.00 0.00 462.1510
0.00 2 1.000 893 2.000 732

-2.2978e*5 -6.4871e+2 6.3610e-1 1.3647e+7 4.1278e+3
NEA1989, E03/6 database: version mda8.3245

8935800'UO211PO4(aCl), -2.100 20.81 0.00 3.00 0.00 366.0072
0.00 3 1.000 893 1.000 580 1.000 330

999.999.999.999. 999.
MEA1989

8935801 ºUO2(HP04)2-2' -11.399 /,2.99 -2.00 4.00 0.05 461,9865
0.00 3 1.000 893 2.000 580 2.000 330

999.999.999. 999. 999.
NEA1989

8935802 'UO2H2P04.l' -3.700 22.643 1.00 4.00 0.00 367.0151
O.O03 1.000 893 1.005 580 2.000 330

999.999.999.999.999.
MEA1989
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8935803 'UO2(H2PO4)2(aq)' -16.5 44.70 0.00 3.00 0.00 464.0020
0.00 3 1.000 893 2.000 580 4.000 330

999. 999. 999. 999. 999.
NEA1989

8935804 'UO2(H2P04)3-1' -28,6 66,25 -1,00 4.00 0,00 560,9890
0.00 3 1.000 893 3.000 580 6.000 330

999. 999.999.999. 999.
NEA1989

8937700 *UO21L3$f04.l' 0.0000 "2.4 1.00 4.00 0.00 365.1350
0.00 3 1.000 893 1.000 770 "1.000 330

999. 999. 999. 999. 999.
NEA1989

9003300 WOH+I' 0,0000 "5.6257 1.00 4,00 0,00 67,9488
0.00 3 1.000 900 1.000 002 -1.000 330

999. 999.999.999. 999.
Krupka et lit. 1988

9013300 *VO_2* 0.0000 "2.2466 2.00 4.50 0.00 67.9488
0.00 3 1.000 901 1.000 002 "1.000 330

999. 999.999.999. 999.
Kruplm eZ at. 1988

9013301 'V(Otl)2.l' 0,0000 -5.8272 1.00 4.00 0.00 84.9562
0.00 3 1.000 901 2.000 002 -2.000 330

999. 999.999.999. 999.
Kruplca eZ at. 1988

9013302 'V(Otl)3(nq)* 0.0000 -10.93q8 0.00 3.00 0.00 101._35
0.00 3 1.000 901 3.000 002 -3.000 330

999. 999. 999. 999. 999.
Krupko eZ at. 1988

9017320 'VS04+I' 0.0000 1.4315 1.00 4.00 0.00 147.0051
0.00 2 1.000 901 1.000 732

999. 999.999.999.999.
grqpko et or, 1988

9013303 'V2(0tl)3+3' 0.0000 -7.5094 3.00 5.00 0.00 152.9050
0.00 3 2.000 901 3.000 002 -3.000 330

999. 999.999.999. 999.
Krupk, eZ at. 1988

9013304 'V2(Oil)2._' 0,0000 -3,7749 4.00 5.50 0,00 135,89T;'
0,00 3 2.000 901 2,000 002 -2,000 330

999. 999. 999, 999, 999,
Kruldcoet at. 1988

9023300 'V(OH)3+I' 0.0000 -5.6440 1.00 4.00 0.00 101.9635
O.O0 3 1.000 902 2.000 002 - 1.000 330

999. 999.999.999.999.
grupka et at. 1988

9023301 'H2V204+2* 0.0000 -6.3990 2.00 4.50 0.00 167.8965
0.00 3 2.000 902 2,000 002 -2.000 330

999. 999.999.999.999.
Krupka eZ at. 1988

9022700 'VOF.I* 1.9000 3.8687 1.00 4.00 0.00 85.9393
0.00 2 1.000 902 1.000 270

999. 999.999.999.999.
KrupkmeZ mt. 1988

9022701 'VOF2(KI)' 3.5000 6.7845 0.00 3.00 0.00 104.9377
0.00 2 1.000 902 2.000 270

999. 999. 999.999.999.
Krupka eZ at. 1988

9022702 WOF3"I* 4.9000 8.8501 "1,00 4.00 0,00 123.9361
0.00 2 1.000 902 3.000 270

999. 999.999.999.999.
I(rul:ka eZ at. 1988

9022703 'VOF4-2' 6.4000 10.1826 -2.00 4.00 0.00 142.9345
0,00 2 1.000 902 4,000 270

999,999,999.999,999,
Krupka at aL. 1988

9027320 WOSO4(aCl)* 4.1210 2.4650 0.00 3,00 0.00 163.0045

D.41



0.00 2 1.000 902 1.000 732
999.999.999. 999.999.
I(rupkaet sL. 1WS8

9021800*VOCt+I' 0.0000 0.0337 1.00 4.00 0.00 102.3936
0.00 2 1.000 902 1.000 180

999.999.999.999.999.
Krupkilet mL. 1988

9033305*_V04+1* 0.0400 0.0147 1.00 4.00 0.00 118.9709
0.00 2 1.000 903 2.000 002

999.999.999.999.999.
I_rupkaet oL. 1988

90.33300*IL3VO4(u)I 10.6202 -3.2618 0.00 3.00 0.00 117.9629
0.00 3 1.000 903 2.000 002 -1.000 330

999.999.999.999.999.
Krupkoet et. 1WW

9033301*H2V04-1* 11.3/,70 -7.0992 -1.00 3.00 1.00 116.9550
0.00 3 1.000 903 2.000 002 -2.000 330

KrupkJiet at. 1988
9033302'HV04-2* 14.9300 -15.1508 -2.00 4.00 2.00 115.9470
0.00 3 1.000 903 2.000 002 -3.000 330

999.999.999.999.999.
grupkaet aL. 1988

9033303*V04-3' 0.0000 -28.4251 -3.00 4.00 3.00 114.9391
0.00 3 1.000 903 2.000 002 -4.000 330

999. 999. 999. 999. 999.
Krw)kset lit. 1988

9023302aVOOH+I* 0.0000 -5.6550 1.00 4.00 0.00 83.9482
0.00 3 1.000 902 1.000 002 -1.000 330

grupkoet Ilt. 1988
9033304*V03"1' 11.3150 "7.1063 "1.00 4.00 0.00 98.9397
0.00 3 1.000 993 1.000 002 "2.000 330

999.999.999.999.999.
gruplmet IlL. 1988

9030020*V207"4' 0.0000 "29.0_5 "4.00 4.00 4.00 213.8788
0.00 3 2.000 903 3.000 002 -6.000 330

999.999.999. 999.999.
Krupko et mL. 1988

9030021*HV207-3' 0.0000 -16.3302 -3.00 4.00 3.00 214.8867
0.00 3 2.000 903 3.000 002 -5.000 330

999.999.999.999.999.
Krupk8et IlL. 1988

9030022'H3V207-1' 0.0000 -3.7866 -1.00 0.00 1.00 216.9026
0.00 3 2.000 903 3.000 002 -3.000 330

999. 999. 999. 999. 999.
Krupkil et IlL. 1988

9030023 *V309-3' 0.0000 -15.8508 "3.00 4.00 0.00 296.8191
0.00 3 3.000 903 3.000 002 "6.000 330

999. 999. g"_9. 999. 999.
I(rupkilet IlL. 1988

9030024 *V4012-4' 0.0000 -20.7435 -4.00 4.00 0.00 395.7588
0.00 3 4.000 g93 4.000 002 -8.000 330

999.999.999.999.999.
grupkoet IlL. 1988

• )30025 'V10028-6' 0.0000 -17.4450 -6.00 4.00 0.00 937.3982
0.00 3 10.000 903 8.000 002 -16.000 330

999.999.999.999.999.
Krupkil et IlL. 1988

• )30026 'HV10028-5' 21.7200 -11.4346 -5.00 4.00 0.00 958.4061
0.00 3 10.000 903 8.000 002 -15.000 330

999. 999. 999. 999. 999.
Krupkmet mL. 1988

9030027 *N2V10028-4' 0.0000 "7.7696 "4.00 4.00 0.00 939.4141
0.00 3 10.000 903 8.000 002 "14.000 330
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999.999.999.999.999.
ICrq:ka ,t at. 1908

9032700 'VO2F(aq)' 0.0000 3.6415 0.00 3.00 0.00 101.9387
0.00 2 1.000 903 1.000 270

999. 999.999.999. 999.
Krupk8 et aL. 1988

9032701 *VO2F2-1' 0.0000 6.7112 -1.00 4.00 0.00 120.9371
0.00 2 1.000 903 2.000 270

999. 999. 999. 999. 999.
I(rupks it sL. 1988

9032702 *VO2F3-2' 0.0000 8.5275 -2.00 4.00 0.00 139.9355
0.00 2 1.000 903 3.000 270

999. 999. 999. 999. 999.
Krqsks et aL. 1988

9032703 'VO2F4-3* 0.0000 9.1491 -3.00 4.00 0.00 158.9339
0.00 2 1.000 903 4.000 270

999. 999. 999. 999. 999.

grupks et lit. 1988
9037320 *VO2S04-11 0.0000 1.72/,7 -1.00 4.00 0.00 179.0039

0.00 2 1.000 903 1.000 732
999. 999. 999. 999. 999.

Krupka et aL. 1988
9034920 'VO2NO3(aq)' 0.0000 0.0293 0.00 3.00 0.00 144.9452

O.O0 2 1.000 903 1.000 492
999. 999.999.999. 999.
Krupk8 et mL. 1988

9504920 *Zrli03+l' 0.0000 0.3973 1.00 4.00 0.00 127.3949
0.00 2 1.000 950 1.000 492

999.999.999.999.999.
Krupko et sL. 1988

950/,921 'Zn(NO3)2(KI)' 0.0000 -0.2991 0.00 3.00 0.00 189.3999
0.00 2 1.000 950 2.000 492

999. 999. 999. 999. 999.
Krq_s et lit. 1988

9505800 'ZnltPO4(sq)* 0.0000 14.7161 0.00 3.00 0.00 161.3693
0.00 3 1.000 950 1.000 580 1.000 330

999.999.999.999.999.
I(rupks et eL. 1988

9505801 ,Zr_I2P04+I, 0.0000 20.7266 1.00 4.00 0.00 162.3772
0.00 3 1.000 950 1.000 580 2.000 330

999. 999. 999. 999. 999.
I(rul_a et aL. 1988

9501800 *ZrCL+l' 7.7930 0.46 1.00 4.00 0.00 100.8427
0.00 2 1.000 950 1.000 180

-1.44418e+2 1.03861e+4 1.98468e-2 4.42372e+1 -4.74379e+5
Oourcisr and Barnes, 1983

9501801 'ZnCL2(aq), 8.5000 0.48 0.00 3.00 0.00 136.2954
0.00 2 1.000 950 2.000 180

2.82381e+3 -1.69427e+5 4.02199e-1 -1.00962e+3 1.09580e+7
Dourcler and Barnes, 1983

9501802 'ZnCt3-1' 9.5570 0.33 -1.00 4.00 0.00 171.7/,81
0.00 2 1.000 950 3.000 180

-1.24165e+3 7.50921e+4 -1.27076e-1 4.37294e+2 -4.80474e+6
8ourcisr ai#sdDsrnes, 1983

9501803 *ZnCL4-2* 10.9590 0.11 -2.00 4.00 0.00 207.2008
0.00 2 1.000 950 4.000 180

-7.80601e.*.3 4.73376e*.5 -9.57839e-1 2.76557e+3 -3.01579e+7
Bourcter and Barnes, 1983

9502700 *ZnF+l' 1.9810 1.15 1.00 4.00 0.00 84.3884
0.00 2 1.000 950 1.000 270

2.75343e+3 -1.54068e+5 4.09645e-1 -9.94052e+2 9.07207e+6
Reed and Slwcher 1989: SOLVEOdatabase

9503300 *ZnOH+l' 13.3960 -8.96 1.00 4.00 0.00 82.3973
0.00 3 1.000 950 1.000 002 -1.000 330

6.27653e+0 -3.28558e+3 6.35388e-4 -1.89907e+0 2.60831e+4
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Dourcter and hrnml, 1993
9503301 *Zn(Olt)2(aq)' 0.0000 -10.42 0.00 3.00 0.00 99.4047

0.00 3 1.000 950 2.000 002 -2.000 330
- 1.1057d_1 -3.0832_+3 -5.85311e-4 1.33963e+0 - 1.425890+4
$ourcler lind Barnes, 1983

9503302 'Zn(OII)3-1* 0.0000 -29.90 -1.00 4.00 0.00 116.4120
0.00 3 1.000 950 3.000 002 -3.000 330

-8.79025e+1 -2._e+3 -2.68d_3e-2 3.20056_1 -4.29809_5
Dourcler and hrnu 1903

9503303 *Zn(OH)4-2' 0.0000 -42.71 -2.00 4.00 0.00 133.4194
0000 3 1.000 950 4.000 002 -4.000

- 1.US?Jle+l - 1.02_ -3._1e-2 8.91_P_o_O - 1.25943e_5
$ourcler lind Barnes, 1903

9507300 *Zn(HS)2(i:l)' 0.0000 13.13 0.00 3.00 0.00 131.5379I
0.00 2 1.000 950 2.000 730

4.66631e+4 -2.87488e.6 5.91673e+0 -1.65320e+4 1.89854e+8
Hayuhi mt mt. 1990

9507301 *Zn(HS)3-1 _ 0.0000 15.13 -1.00 4.00 0.00 164.5860
0.00 2 1.000 g50 3.000 730

-1.d_9Oe_ 1.07843e_ -1.98413e+0 5.92792e+3 -?.?._80e+?
Haymahl et anL. 1990

9507302 'Zn(HS)4-2 _ 0.0000 15.03 -2.00 4.00 0.00 197.6580
0.00 2 1.000 950 4.000 730

2.82817e+3 -1.705364+5 3.83553e-1 -1.00470e+3 1.160464+7
Hoymht it aL. 1990

950?303 *ZnOll(HS)2-1' 0.0000 7.04 -1.00 4.00 0.00 148.5453
0.00 4 1.000 950 1.000 002 2.000 730 -1.000 330

-3.38370e_ 2.11611,+6 -4.19013e+0 1.195_4 -1.41328e+8
Hmyamhimt mt. 1990

9507304 'ZnOil(liS)3-2' 0.0000 6.54 -2.00 4.00 0.00 101.5933
0.00 4 1.000 950 1.000 002 3.000 730 -1.000 330

6.54000_0 5.370000+0 4.83000e+0 5.61435o-1 1.23118e+5
Hmyuh! mt mL. 1990

9507320 'ZnSO4Caiq)* 3.6920 2.32 0.00 3.00 0.00 161.4536
0.00 2 1.000 950 1.000 732

6.19TL3e+2 -3.51627e_ 9.Wd)16e-2 -2.23554e+2 2.18714_
Reed and Spt_er 1989: SOLVI[Odatabue

9507321 'Zn(S04)2-2' 0.0000 3.2823 -2.00 4.00 0.00 257.5172
0.00 2 1.000 950 2.000 732

999. _;)9. 999. 999. 999.
Krupko ot It. 1988

9501300 'ZnBr+l* 0.0000 -0.5813 1.00 4.00 0.00 145.2940
0.00 2 1.000 950 1.000 130

999.999.999.999.999.
KrulPkaet mL. 1988

9501301 'Zriir2(llq)' 0.0000 -0.9771 0.00 3.00 0.00 225.1980
0.00 2 1.000 950 2.000 130

999.999.999.999.999.
K_ et al. 1968

9503800 'Znl.l' 0.0000 -2.9136 1.00 4.00 0.00 192.2945
0.00 2 1.000 950 1.000 380

999.999.999.999.999.
ICrupk_et ,t. 1988

9503801 'Zni2(IW)' O.OOO0 -1.6822 0.00 4.00 0.00 319.1989
0.00 2 1.000 950 2.000 380

999.999.999.999.999.
grupka et al. 1988

9501400 *ZrdlC03+l* 0.0000 11.73 1.00 4.00 0.00 126.4071
1.00 3 1.000 950 1.000 140 1.000 330

2.92030e+3 -1.65531e+5 4.41(d)Oe-1 -1.05124e+3 1.03308o+7
Reed and Spycher 1989: SOLVEQdatabase

9501401 'ZnCO3{aq)* 0.0000 4.7659 0.00 3.00 0.00 125.3992
2.00 2 1.000 950 1.000 140

999. 999. 999. 999. 999.
grupka et aL. 1988
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9501402 aZn(C03)2-2' 0.0000 9.6329 -2.00 4.00 0.00 185.4084
4.00 2 1.000 950 2.000 140

999. 999. 999. 999. 999.

Krupka et aL. 1988
9507340 _ZnSCN+l' 0.2210 1.5026 1.00 4.00 0.00 123.4737

0.00 2 1.000 734 1.000 950
999.999.999.999.999.
Krupka et aL. 1988

9507341 'Zn(I;CN)2(KI)' 0.0000 0.9214 0.00 3.00 0.00 181.5575
0.00 2 2.000 734 1.000 950

999. 999. 999.999.999.

I(rupka et aL. 1988
9507342 ,Zn(SCN)3-1, 0.0000 1.9981 -1.00 4,00 0.00 239.6412

0.00 2 3.000 754 1.000 950
999. 999. 999. 999. 999.
Krupke et aL. 1988

9507343 'Zn(SCN)4-2' 0.0000 1.2923 -2.00 4.00 0.00 297.T)50
0.00 2 4.000 734 1.000 950

999.999.999.999.999.
I(rupkm et mL. 1988

9507350 'ZnS203(aq)' 3.1010 2.2884 0.00 3.00 0.00 177.5202
0.00 2 1.000 950 1.000 735

999.999.999.999.999.
Krupka et eL. 1988

0000000
0000000
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CONPLETELISTINGOFTHESOLIDS.DAT(4.00)DATAFILE

SOLIDS.DAT: Thomochlicst data for SoLid Species
Fi Le History:
Date Version Person Action
9-20-91 4.00 T. Eor), A four-Line datMxzse created for use by both

the mi and NINTEQgeochemical models. Data
tncLudad ore as foLLows.

Line 1: lD#, name, deL H(rxn), LOgK(25C), charge,
ion size (angstrom), ,oncorbonate
aLkaLinity factor, and moLecuLar wt.

Line 2: carbonate aLkaLinity factor, rudoer of
reactants In foriNt|on reaction,
reaction stoichiometry end Iqpacles lD
nuuber (m es in old Gigand IqINTE(I)

Line 3: Coefficients for temperature dapemb_e
of the Log g i.e., Log K • aO . mllT .
o2*T + a3*Log(T) + a4/Tee2 abere T IS
in degrees K. VaLues of 999. indicate
no temperature data avaiLable. In
cases, the enthalpy of reaction, if
ovalLabLe, illt t be used to caLcuLate
Log K vaLom for temperatures other than
25 C using the Van'_ Noff equation. If
the enthalpy of reaction is obunt, theft
the codes wiLL default to the 2SC-LOgK
value.

Line 4: Reference for source of date. Fut L
citations ore given at the bottom of
the file.

Note: ALL data is read in FREEFORNATNIth aLL
namesas 18 character Length strings.

STOP.
Version 4.00
0073000 'SuLfur' 4.2070 2.1161 32.0660

3 1.000 730 -1.000 330 -2.000 001
999.999.999.999.999.
Krupko eZ aL. 1988 S(rhmbic)

0002000 'Ag(metaL)' -25.2?50 13.5060 107.8682
2 1.000 020 1.000 001
999.999.999.999.999.
ICrul_O et aL. 1988 Ag(totaL)

&OO2000 'lrowrite' -20.2130 12.2694 187.T/22
2 1.000 020 1.000 130
999.999.999.999.999.
Krupko et aL. 1988 AgOr

4102000 'Cersrgyrlte' -15.6930 9.1302 143.3209
2 1.000 020 1.000 180
999.999.999.999.999.
Krul_O eZ sL. 1988 AgCL

5002000 'Ag2C03' -9.6000 11.0695 213.7/_56
2 2.000 020 1.000 140 '"
999.999.999.999.999.
Krupko et aL. 1988 Ag2C03

4202000 'AgF:4H20_ -4.3250 -0.5615 198.9217
3 1.000 020 1.000 270 4.000 002
999.999.999.999.999.
Krupka lt It. t988 AgF:4N20

4302000 ' loclyrtte' -26.8640 16.0670 234.7727
2 1.000 020 1.000 380

E.]



999.999.999.999.999.
Krupk8et mL, 1908 Agl

2002000 IA920' 10.3440 "12.5678 231.7358
3 -2.000 330 2.000 020 1.000 002
999.999.999.999.999.
I(rupkaet mt. 1968 Ag20

2002001*AGO* 40.1370 "30.4533 123.8676
4 -2.000 330 1.000 020 1.000 002 -1.000 001
999.999.999.999.999.
i(rupklaet or. 1908 AgO

7002000*Ao31_' 0.0000 17.5425 418.5760
2 3.000 020 1.000 580
999.999.999.999.999.
[rupka et at. 1988 AO3P04

1002000_Acmnthire* -54.1320 36.04 247.8024
3 -1.0_ 330 2.000 020 1.000 730
8.1iO09Oe+_-3.d2311e_ 1.38745e-1 -3.21458e_2 2.80159e_
EQ316detdame: va}felonm.3245 AO2S

1002001'Proustite* 0.0000 78.76 494.7176
4 3.000 020 3.000 730 1.000 IMO -3.000 002
4.&OO61e+3-2.31349e+5 6.37(MOe-I -1.58LAH;_3 1.d_N_k_7
Ro_I ml Spycher1909: SOLIG dJtmbue Ag3AjS3

6002000 'Ao2S04' -4.3290 4.9147' 311.8000
2 2.000 020 1.000 732
999. 9W. 999. 999. 999.
Krupkaet at. 1988 AIIS04

1002002 'Ao2S03* -15.9640 13.817_ 295.8006
2 2.000 O2O 1.000 733
999.999.999.999.999.
[rupkmet mt. lge8 _RsO3

1002001*AilSal* "22.5350 11.9850 165.9519
2 1.000 020 1.000 TS&
999.999.999.999.999.
Kruldmet mt. 1008 AIISCN

1202000 INlitalianltc' -64.9500 Lk3.dM54 294.6964
3 1.000 740 2.000 020 -1.000 330
999.999.999.999.999.
Krupkaet mL. 19M A412Se(oLpha)

6102000 *Ao2SI03* "9.4700 8.2175 342.6946
3 1.000 761 2.1)00020 "1.000 330
999.999.999.999.999.
Krt4pkm et aL. 1968 Ag2Sa)3

6102001 'Ao2So04' -10.4600 8.9292 358.6940
2 1.000 762 2.000 O20
999.999.999.999.999.
[rupke et sL. 1908 A4RSe04

2003001 'lkxilvnire' 26.1940 -8.43 59.9883
3 -3.000 330 1.000 030 2.000 002
5.90327e.2 -3.?dOOSe_ 8.g92?Oe-2 -2.10225e_2 1.84_18e_
EG3/6 dotalaim: version 8.3245 AIOOM

2003002 'Diupore' 2&.3Wd) -7.59 59.9883
3 -3.000 330 1.000 030 2.000 002
5.81978e+2 o3.67364e04 8.87944e-2 -2.07448e*.2 1.82092e_
ETL316dotabme: version Nu.3245 AtOOU

2003003 *Gibbsite(c)* 22.8 -8.11 78.0036
3 -3.000 330 1.000 030 3.000 002
999.999.999.999.999.
Nordstromet mL.1990 (crystaLLine) At(OH)3

2003005 *61bixitte(uc) * 24.5 -9.35 78.0036
3 -3.000 330 1.1)00030 3.000 002
999. 999. 999.999.999.
Nordstromet 8t.l_PO(m_crocry_t_LL|ne) AL(OH)3

2003000 OAt(Oil)3(i) * 26.5 "10.8 78.0036
3 -3.000 330 1.000 030 3.000 002
999. 999. 999.999.999.
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Nordstrom et aL. 1990 Arco#I)3
6003001 'ALunite' 50.25 1.4 414.2142

5 1.000 410 3.000 030 2.000 73:) 6.000 002 -6.000 330
999. 999. 999. 999. 999.
Nordstrm et lit. 1990 r_L3(SO4)2(OH)6

600]002 'Jurbwl|te' 0.0000 3.8 230.1289
4 -1.000 330 1.000 030 1.000 732 6.000 002
999. 999. 999. 999. 999.
NordJtram et lit. 1990 AL(SO4)(OH):SH20

6003000 IALOHS041 0.0000 3.2300 140.057.5
4 "1.000 330 1.000 030 1.000 732 1.000 002
999. 999. 999. 999. 999.
ICrupkaet at. 1998 ALOHS04

6003001 'BHatumtnite, 0.0000 -22.5000 374.0632
4 -10.000 330 4.000 030 1.000 732 10.000 002
999. 999. 999. 999. 999.
Nordst ran 1982 At4(SO4)(ON)IO:SH20

6003002 'AL2(S04)3' 0.0000 - 17.34 3/,2.1478
2 2.000 030 3.000 732
4.0MA2e+3 -2.40311e+5 6.(KAMe-1 -1.45453e+3 1.M921e+7
ECGI6 cletldxme: veriion W.3245 At2(S04)3

6003003 'At2(S04)3:61120' 0.0000 0.02 450.2402
3 2.000 030 3.000 732 6.000 002
5.58796e+3 -3.21225e+5 8.6_ASe-1 -2.01352e+3 1.902_7
ETL3/6cletabese: version mdu.3245 AL2(SO4)3:OH20

6041000 'ALUU'K' -7.2200 5.74 474.3904
4 1.000 410 1.000 030 2.000 732 12.000 002
4.13778e+3 -2.18043e+5 6.78201e-1 -1.51283e+3 1.2_5e+7
Etl316 cbtabme: version mclu.3245 KAt(SO4)2:12H20

4250000 'CryoLite' -9.09 33.84 209.9413
3 1.000 030 3.000 500 6.000 270
999.999.999.999.999.
ICr_l_k8et at. 1988 Na3ALF6

3006000 'Ararat lte' -?.18S0 1.46 197.8/,14
2 2.000 060 -3.000 002
-1.52901e+2 9.279Me_3 -2.86049e-2 5.54WAe+1 -4.93569e+5
Reed ud SlWcher 1M9: SOLVEQclatabese AdO3(cubic)

3006001 'Ctaudetite' -6.6650 1.32 197.8/,14
2 2.000 060 -3.000 002
1.2237.2e+2 -7.06897e+3 ?.36151e-3 -4.2(d_Pe+l 5._;557e+7
Reed and Spycher 1989: SOLVEOdatabue As203(mno)

3006100 'AS205' 0.0000 "8.18 229.8402
2 2.000 061 -3.000 002
5.9267.0e+3 -3.55529e+5 7.75626e-1 -2.11157e+3 2.?.3807e+7
Reed and Swcher 1989: SOLVEQcbtabese As20S

4306000 'ASI3' -1.8920 -4.1575 455.6350
4 1.000 060 3.000 380 3.000 330 -3.000 002
999.999.999.999.999.
Kruldcaet at. 1988 A813

1006000,0rptmnt, -82.8790 60.9689 246.0412
4 2.000 060 3.000 1'30 3.000 330 -6.000 002
3.1'1682_3 -2.03916e_5 5.38922e-1 -1.3347%_3 1.119110e+7
Reed _d _ 1M9: SOLVH cbtabme As2S3

1006001 qteetpr' 0.0000 20.8578 106.9876
5 1.000 060 1.000 730 2.000 330 1.000 001 -3.000 002
999.999.999.999.999.
[rqakaet at. 1988 AsS

7203000 'AtAIK_:2HZO' O.0000 "3.6649 201.9313
4 1.000 030 1.000 06! 2.000 002 -3.000 330
999.999.999.999.999.
I(ruldCaet at. 1988 ALAsO4:2H20

7215000 'Ca3(AeO4)2:4HZO' 0.0000 -21.4669 470.1335
4 3.000 150 2.000 061 4.000 002 -6.000 330
999.999.999,999.999.
Krupka et at. 1988 CA3(AsO4)2:4H20
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7215001 tCa3(As04)2' 32.2070 "22.7350 398.0724
3 3.000 150 2.000 061 "6.000 330
999.999.999.999.999.
Krupkmet aL. 1988 ca3(As04)2

722.3100 'Cu3(AsO4)2.6H20, 0.0000 -6.6574 576.5681
4 3.000 231 2.000 061 6.000 002 -6.000 330
999.999.999.999.999.

grupka et at. 1988 Cu3(As04)2:6820
7210000 ,lla3(As04)2 t 0.0000 -23.18 695.9062

3 3.000 100 2.000 061 -6.000 330
999.999.999. 999. 999.
Robtm 1965

2010000 'hO' 0.0000 "47.80 153.2394
$ 1.000 100 1.000 002 "2.000 230
3.88331e+2 -3.60608e_ S.70315e-2 -1.40260e+2 1.32116e+6
EG3/6 cbtalxme: version _1M.3245 BaO

4210000 'BaF2' -1.0010 6.7369 175.3238
2 1.000 100 2.000 270
999.999.999.999.999.
KruIdm et aL. 1988 hF

6010000 'Eor|to' -6.35 9.97 233.3906
2 1.000 100 1.000 732
-1.36035e+2 7.68041e+3 0.0000 4.8595e+1 0.0000
Nordstrml et lit. 1990 BliS04

5010000 'Witheritli' -0.703 8.562 197.3362
2 1.000 100 1.000 140
-6.07642e+2 -1.21098e-1 2.001125e_ 2.364948e+2 0.0000
Nordstrom et lit. 1990

1010000 *kS03* "1.5120 8.8640 217.3912
2 1.000 100 1.000 733
999.999.999.999.999.
l(rupicliet lit. 1968 hS03

1010001 'BaS203' 0.0000 4.7886 249.4572
2 1.000 100 1.000 735
999.999.999.999.999.
ICrupk8 et lit. 1968

5295000 *Zn(m02)2, 0.0000 -8.2886 151.0096
4 "2.QO0 002 "2.000 330 1.000 950 2.000 090
999.999.999.999.999.
I(rupkm et liL. 1988 Zn(i_.)2

5260000 'Pt)(iJ02)2' 6.3580 "7.6692 292.8196
4 "2.000 002 "2.000 330 1.000 600 2.000 090
999.999.999.999.999.
ICrulPkaet lit. 1988 Ph(B02)2

6015002 'Ettringlte, 88.2870 -58.7011 1255.1072
5 -12.000 330 6.000 150 2.000 030 M.O00 002 3.000 732
999.999.999.999.999.
Krui_li et lit. 1988: Ca6AL2(SO4)3(OH)12:6N20

5015000 'Aragonite' 2.589 8.336 100.0872
2 1.000 150 1.000 140
1.719T/3e42 -2.903293e+3 7.7093e-2 -7.1595e+1 0.0000
Nordetrm et lit. 1990 Cat03

5015001 'CaLcite' 2.29? 8._8 100.0872
2 1.000 150 1.000 140
1.719065e+2 -2.839319e+3 7.7093e-2 -7.159Se+1 0.0000
Nordmtrm et lit. 1990 CaC03

5015002 0Vliterlte, 0.000 7.73 100.M72
2 1.000 150 1.000 140
999.999.999.999.999.
Reble et lit. 19?8 ca¢03

4215000 'FLuorite' -4.69 10.6 78.0748
2 1.000 150 2.000 270
-6.43&Iko1 &.2962e+$ 0.0000 2.5271e+1 0.0000
ItordJtrm et lit. 1990 CaF2

6015000 '/mhydrlte, 1.71 4.36 136.1416
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2 1.000 150 1.000 732
-1.9732e+2 8.6698e+3 0.0000 6.9835e+1 0.0000
Nordstrom et aL. 1990 CaS04

6015001 '6Yl;mUU' 0.109 4.58 172.1722
3 1.000 150 1.000 732 2.000 002
-6.82401e+1 3.22151e+3 0.0000 2.50627e+1 0.0000
Nordstrom et mt. 1990 CnSO4:2H20

2015000 'Lime' 46.2640 -32.58 56.0774
3 -2.000 330 1.000 150 1.000 002
4.57072e*2 -3.56860e+4 6.61520e-2 -1.64378e+2 1.51569e+6
E_L3/6 database: version nda8.3245 CnO

2015001 'Porttandtte' 31.0 -22.56 74.0927
3 -2.000 330 1.000 150 2.000 002
4.24572e+2 -2.97871e+4 6.25954e-2 -1.53TF4e+2 1.29873e+6
ETL3/6database: version m:b8.3245 Ca(OH)2

4115000 _Antilrct|cite m 0.0000 -4.1216 219.0731
3 1.000 150 2.000 180 6.000 002
999. 999. 999. 999. 999.

Krupka et mt. 1988 CaCL2:6H20
4115001 'CaCt2:4H20' 0.0000 -5.6997 183.0445

3 1.000 150 2.000 180 4.000 002
999. 999. 999. 999. 999.
ICrupkil et ilL. 1988 CaCL2:4H20

4115002 'Ca4CL2(Oli)6:19H20' 0.0000 -68.7012 567.4601
4 4.000 150 2.000 180 19.000 002 -6.000 330
999. 999. 999. 999. 999.
I(rupk8 et ilt. 1988 Ca4CL2(OH)6:19H20

4115003 'Ca2Ct2(Oil)2:3H20' 0.0000 -26.5223 203.0914
4 2.000 150 2.000 180 3.000 002 -2.000 330
999. 999. 999. 999. 999.
Krupkil ilt lit. 1988 Ca2Ct2(OH)2:3H20

5015005 '_ytuslitil' 0.0000 9.4423 296.1523
4 1.000 150 2.000 500 2.000 140 5.000 002
999. 999.999.999.999.
ICrupku et at. 1988:CMiu2(CO3)2:5H20 CoIto2(CO3)2:SH20

6050005 'Gtauberite' 0.0000 5.2694 278.1847
3 2.000 500 1.000 150 2.000 732
999. 999. 999. 999. 999.
Krupkil et Ilt. 1988 No2Ca(S04)2

6050006 'Labi til-Satt' 0,0000 5.7165 456.2584
4 4.000 500 1.000 150 3.000 732 2.000 002
999. 999. 999.999.999.

Krupkil et IlL, 1988 Na4Ca(SO4)3:2H20
5050004 *PI rssonite* 0.0000 9.2576 242.1065

4 2.000 500 1.000 150 2.000 140 2.000 002
999. 999. 999.999.999.
Kru_il et ilL. 1988 NIQ.CIl(CO3)2:2H20

6041011 *$yngmlite _ 0.0000 7.2045 328.4t7'1
4 2.000 410 1.000 150 2.000 732 1.000 002
999. 999. 999. 999. 999.

Krupka et IlL. 1968 1(2Ca(SO4)2:H20
7015003 'Hydroxyqmt t re' 38.9380 40.03 502.3114

4 5.000 150 3.000 580 1.000 002 -1.000 330
8.34132e.3 -4.70345e+5 1.31607e*0 -3.00494e+3 2.838V6_7
Eg3/6 datm: verston m_m.3245 Ca4(PO4)3(OH)

7015004 'Ftuorapetite' 14.1270 59.026S 504.3025
3 5.000 150 3.000 580 1.000 270
9.00668e4.3 -5.01875,.t.5 1.42257e.*.0 -3.24533e.,.3 3.06459e+7'
ECL316datidmsil: version _.3245 Co4(PO4)3F

1015001 'CdO3:O.SH20' 3.2965 6.64 129.1498
3 1.000 150 1.000 733 0.500 002
999. 999. 999. 999. 999.
I(rupkil Ilt Ilt. 1968 (H): Ril| 1991a (g) CIlSO3:O.5H20

0016000 'Cd(iltpha)' 18.0000 "13.4935 112.4110
2 1.000 160 2.000 001
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999. 999. 999. 999. 999.
I(rupka et aL. 1988 Cd(aLpha)

0016001 'Cd(stoma)* 18.1410 -13.5969 112.4110
2 1.000 160 2.000 001
999. 999. 999. 999. 999.
Krupkli et aL. 1988 Cd(immm)

5016000 'Otavf re, 0.5830 12.24 172.4202
2 1.000 160 1.000 140
999.999. 999.999.999.
gruldca et eL. 1988 (H): Ra| 1991b (K) C¢1C03

4116000 ,CclCL21 4.4740 0.6?65 183.3164
2 1.000 160 2.000 180
999.999.999. 999.999.
Krupka et aL. 1988 CclCL2

4116001 'CclCt2:H20' 1.8190 1.7130 201.3317
3 1.000 160 2.000 180 1.000 002
999. 999. 999. 999. 999.
ICrul_e et at. 1088 CcK:L2:H20

4116002 'CclCt2:2.51120' -1.7075 1.9362 228.3546
3 1.000 160 2.000 180 2.500 002
999. 999. 999. 999. 999.
Krupkli et aL. 1988 ¢clCL2:2.SH20

4216000 'CDF21 9.7210 2.9803 150.4078
2 1.000 160 2.000 270
999. 999. 999. 999. 999.
Krupka et aL. 1988 CdF2

2016001 'Cd(ON)2(c) e 0.0000 -13.86 146.4257
3 -2.000 330 1.000 160 2.000 002
999. 999. 999. 999. 999.
Rli| et lit. 1991c Ccl(Oll)2(c)

4116003 'CclOHCL' 7.4070 -3.5154 164.87'10
4 -1.000 330 1.000 160 1.000 002 1.000 180
999. 999. 999. 999. 999.
Krupka et aL. 1988 CdOIICL

6016000 *r.c13(OII)4S04, 0.0000 -22.5261 501.3260
4 °4°000 330 3.000 160 4.000 002 1.000 732
999. 999. 999. 999. 999.
KruldCliet lit. 1988 CcB(ON)4(S04)

6016001 ' Ccl3(01t)2(S04)2, 0.0000 -6.7024 563.37'49
4 -2.000 330 3.000 160 2.000 002 2.000 73:)
999.999.999.999.999.
Krq3ka lit aL. 1988 Cd3(Ofl)2(S04)2

601600:) *Ccl4(Oll)6(S04), 0.0000 -28.4010 647.7316
4 -6.000 330 4°000 160 6.000 002 1.000 732
999. 999. 999. 999. 999.
Krupkli lit aL. 1988 Cd4(Oll)6(S04)

2016002 'Nontepontte, 24.?450 -15.1259 128.4104
3 -2.000 330 1.000 160 1.000 002
3.55497e4.:) -:).44962e.t.4 4.92081e-:) -1.27254e+2 1.04452e+6
EG316 database: version udm.3245 CdO

7016000 *Cd3(P04):)* 0.0000 32.5958 527.1737
:) 3.000 160 2.000 580
999. 999.999. 999.999.
grupkliet aL. 1988 Cd3(P04):)

8216000 *CclSl03* 14.5770 -7.5556 188.4947
4 "1.000 002 1.000 160 1.000 770 ":).000 330
999. 999. 999.999.999.
grupka at lit.1988 CdSi03

6016003 IeelS04' 1:).4030 0.101:) :)08.4?46
:) 1.000 160 1.000 732
999. 999. 999.999.999.
Krul_li et aL. 1988 CclS04

6016004 'edS04 :ll20' 7.5170 1.6573 226.4899
3 1.000 160 1.000 ?32 1.000 00:)
999. 999. 999.999.999.

E. 6



Krupka et aL. 1988 CdSO4:H20
6016005 'CdSO4:2.TH20' 4.5260 1.7282 256.5754

3 1.000 160 1.000 732 2.670 002
999. 999. 999. 999. 999.

ICrupkli et lit. 1988 CclSO4:2.TH20
1016000 'Greenocktte' - 16.3520 15.9329 144.477'0

3 -1.000 330 1.000 160 1.000 730
999.999. 999.999. 999.
Krupkli et lit. 1968 CclS

4016000 'CclBr2:4H20' -7.2270 2.4159 344.2801
3 1.000 160 2.000 130 4.000 002
999. 999. 999. 999. 999.
Krupka et aL. 1988 CclBr2:4H20

4316000 'Cdf2' "4.0670 3.6129 366.2199
2 1.000 160 2.000 38O
999. 999. 999. 999. 999.
I(rupke et aL. 1988 Cdl2

5216000 *Cd(B02)2' 0.0000 -9.836? 198.0306
4 -2.000 002 -2.000 330 1.000 160 2.000 090
999. 999. 999. 999. 999.
Krupka et aL. 1988 Cd(B02)2

1216000 'CclSe' -18.1590 18.0827 191.3710
3 1.000 760 1.000 160 -1.000 330
999. 999. 999. 999. 999.
Krupkli et aL. 1988 CdSe

2017100 *Ce02' 4.8279 8.1300 172.1188
3 1.000 171 2.000 002 -4.000 330
999. 999. 999. 999. 999.
Peterson et lit. 1986 Ce02

2011790 'Ce203' 108.4489 60.9010 328.2382
3 2.000 170 3.000 002 -6.000 330
999. 999. 999. 999. 999.
Petlirlion et Irl. 1986 Ce203

4117000 'CeCt3' 34.3933 15.4290 246.4790
2 1.000 170 3.000 180
999. 999. 999. 999. 999.
Peterlion et lit. 1986 CeCL3

1017000 'CeS' 52.3972 36.5180 172.1840
4 1.000 170 1.000 730 1.000 001 -1.000 330
999. 999.999.999. 999.
Peterson et liL. 1986 ees

6017000 'Cli2(SO4)3:SH20' 0.0000 -8.6530 572.4272
3 2.000 170 3.000 732 8.000 002
999. 999. 999. 999. 999.
Peterson et aL. 1986 Ce2(SO4)3:SH20

0020000 'Co(litpha)' 13.9100 -9.5288 58.9332
2 1.000 2OO 2.000 001

Petlirlion et at. 1986 Co
2020001 'COO' 25.3550 -13.5602 74.9326

3 -2.000 330 1.000 200 1.000 002
999. 999.999.999. 999.
Petlirlion et lit. 1986 CO0

2020002 'Co(Ofl)2(btue)' 0.0000 -13.7654 92.9478
3 -2.000 330 1.000 200 2.000 002

Peterson et iii.. 1986 Co(Off)2
2020003 'Co(Ofl)2(p|nkl)' 21.5400 -13.0325 92.9478

3 -2.000 330 1.000 200 2.000 002
999. 999. 999. 999. 999.
Petlirson et lit. 1986 Co(OH)2

2020004 'Co(Ofl)2(pink2)' 0.0000 -12.3728 92.9478
3 -2.000 330 1.000 200 2.000 002
999. 999. 999. 999. 999.
Peterlion et lit. 1986 Co(OH)2
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2020005 'Transvuttte' 0.0000 -12.0796 92.9478
3 -2.000 330 1.000 200 2.000 002
999. 999.999.999.999.
Paterson et at. 1986 Co(OH)2

2020100 'Co(OH)3' 8.3550 3.3424 109.9551
3 -3.000 330 1.000 201 3.000 002
999. 999.999.999.999.
Paterson et Jt. 1966 Co(OH)3 .

3020100 'Co-Spinet' 101.g900 -59.4011 240.7972
4 -8.000 330 -2.000 001 3.000 200 4.000 002
999. 999.999.999.999.
Paterson et at. 1986 Co304

2020101 'Heterogenlte* O.0000 10.2251 91._g9
3 -3.000 330 1.000 201 2.000 002
999. 999. 999. _. _.
Peterun et at. 1966 CoOOH

4220000 *CoF2* 8.8120 5.1456 96.9300
2 1.000 ZOO 2.OOO 27O
999. 99999.99999.999.999.
Paterson et aL. 1986 CoF2

4120000 0eoCr2* 19.07_) -8.2519 129.8392
2 1.000 200 2.000 180
999. 999.999.999.999.
Paterson et at. 1986 eocr2

4120001 'CoCL2:H20' 15.0910 -4.72_3 147.8544
3 1.000 200 2.000 180 1.000 002
999. 999. 999. 999. 999.
Paterson et at. 1986 CoCt2:H20

4120002 'CoCL2:2H20, 9.8060 -4.6457 165.8696
3 1.000 200 2.000 180 2.000 002
9W. 999. 999. 999. 999.
Petersoh et lit. 1_ CoCL2:2H20

4120003 'CoCL2:_20' -1.9340 -2.5640 237.9304
3 1.000 200 2.000 180 6.000 002
999. 999.999.999.999.
Paterson et at. 1986 CoCLZ:6H20

7020000 *ColtP04* 0.0000 19.0576 154.9125
3 1.000 200 1.000 580 1.000 330
999. 999.999.999.999.
Paterson et at. 1986 CoHP04

7020001 'CO3(P04)2' O.0000 34.6702 366.7423
2 3.000 200 2.000 580
999. 999.999.999. 999.
Paterson at aL. 1986 Co3(1_4)2

5020000 'Spherocobett | re, 4.6000 10.1372 118.9424
2 1.000 200 1.000 140
999. 999.999.999. 999.
Paterson at at. 1986 COC03

1020000 'Ja|pur|te' -4.8900 9.2942 90.9932
3 -1.000 330 1.000 200 1.000
999. 999.999.999. 999.
Peterson et at. 1987 CoS

1020001 *Cattterite* -14.2900 20.2011 123.0532
4 -2.000 330 -2.000 001 1.000 200 2.000 730
999. 999.999.999.999.
Paterson it at. 1966 CoS2

1020002 *Ltnnlmlte* -27.2700 40.9885 305.03_
4 -4.000 330 -2.000 001 3.000 200 4.000 7'30
999. 999. 999.999.999.
Peterson et at. 1986 Co3S4

1020003 *Co-Ponttandite* -44.6100 77.3592 786.8788
4 -8.000 330 9.000 200 8.000 730 2.000 001
999. 999. 999. 999. 999.
Peterson at at. 1986 CogS8

6020000 *COSO4* 18.9300 "2.9099 154.9908
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2 1.000 200 1.000 732
999. 999. 999. 999. 999.
Peterson lit at. 19/'6 ¢oS04

6020001 'ilJeber| re, -2.7850 2.4628 281.0972
3 1.000 200 1.000 732 7.000 002
999. 999. 999. 999. 999.
Peterson et at. 1986 ¢oS04:71120

6020002 'COSO4:61120, -0.2800 2.3089 263.0820
3 1.000 200 1.000 732 6.000 002
999. 999. 999. 999. 999.
Peterson et lit. 1986 CoSO4:6H20

6020003 'CoSO&=H20* 12.5650 1.1801 173.0060
3 1.000 200 1.000 732 1.000 002
999. 999. 999. 999. 999.
Peterson et lit. 1986 CoS04:H20

7220002 q4odderire, -55.8500 31.1225 133.8548
5 -4.000 002 1.000 200 1.000 061 5.000 330 7.000 001
999. 999. 999. 999. 999.
Peterson et al. 1966 CoAs

7220003 'Safftortte, -121.1100 71.4074 208.7764
5 -8.000 002 1.000 200 2.000 061 10.000 330 12.000 001
999. 999. 999. 999. 999.
Peterson et at. 1986 CoAs2

7220000 'Co3(As04)2' 0.0000 -13.0471 454.6380
3 -6.000 330 3.000 200 2.000 061
999. 999. 999. 999. 999.
Peterson et at. 1986 Co3(As04)2

7220001 'Erythrtte, 0.0000 -12.9885 598.7396
4 -6.000 330 3.000 200 2.000 061 8.000 002
999. 999. 999. 999. 999.
Peterson et at. 1986 Co3(AsO4)2:SH20

4,120100 'Co(lllL3)SCt3* 13.9590 -13.0926 250.4442
4. -5.000 330 1.000 201 5.000 4*90 3.000 180
999. 999. 999. 999. 999.
Peterson et at. 1986 Co(WL3)SCL3

4*120101 'Co(NH3)SCt3:H20, 17.574.0 -20.4151 268.4594
5 -5.000 330 1.000 201 5.000 4*90 1.000 002 3.000 180
999. 999. 999. 999. 999.
Peterson et at. 1986 Co(NH3)SCt3:H20

4*020100 'Co(ltH3)66r3' 16.5270 -26.9863 4*00.8276
4. -6.000 330 1.000 201 6.000 4*90 3.000 130
999. 999. 999. 999. 999.
Peterson et aL. 1986 Co(NH3)68r3

5120101 'Co(NH3)6(1103)3, 11.3900 -26.6411 347.1303
4. -6.000 330 1.000 201 6.000 490 3.000 492
999. 999. 999. 999. 999.
Peterson et at. 1966 Co(NH3)6(1103)3

4*120102 'Co(NH3)6(Ct04)3, 14.5400 -25.8714 459.4674*
4 -6.000 3.30 1.000 201 6.000 490 3.000 181
999. 999. 999. 999. 999.

Peterson et or. 1966 Co(NH3)6(CL04)3
6021200 *hCrO4).OS(S04).95* 0.0000 9.8714. 234.3871

3 1.000 100 0.050 212 0.950 732
999. 999. 999. 999. 999.

Kruloka at mt. 1966 8m(CrO4)O.OS(S04)0.95
6021201 *hCrO4).lO(SO&).90, 0.0000 9.9295 335.3836

3 1.000 100 0.100 212 0.900 732
999. 999. 999. 999. 999.
Krupka at at. 1988 i_(CrO4)O.10(S04)0.90

6021202 'SaCrO4).15(S04).85, 0.0000 9 ;/745 236.3801
3 1.000 100 0.150 212 0.85b 732
999. 999. 999. 999. 999.
grupka at at. 1988 h(CrO4)O.15(S04)0.S5

6021203 'hCrO4).20(S04).80, 0.0000 10.0107 237.3766
3 1.000 100 0.200 212 0.800 732
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999. 999. 999. 999. 999.
ICrupka et at. 1988 Ba(Cr04)O.20(S04)0.80

6021204 qJaCr_).25(S04).T5* 0.0000 10.0410 238.3731
3 1.000 100 0.250 212 0.750 732
999. 999. 999.999.999.

Kr_ka et mt. 19e8 Ba(CrO4)O.25(S04)0.75
4021100 'CrBr31 0.0000 -24.6693 '* ' 291.7081

& 1.000 211 3.000 130 1.000 330 • -1.000 002
999.999.999.999.999.
Krupkmet eL. 1988 Crer3

4121100 ,CrCL3' 0.0000 -18.2784 t58.3542
4 1.000 211 3.000 180 1.000 330 -1.000 002
999.999.999.999.999.
Krt_a lt at. 1968 CrCt3

&221100 :CrF3' O.0000 9.9811 108.9913
4 1.000 211 3.000 2?0 1.000 330 -1.000 002
gw. 999.999.999.999.

grq, ka et mL. 1968 CrF3
4321100 'CTX3* 0.0000 -25.0923 432.7095

4 1.000 211 3.000 380 1.000 330 -1.000 002
999.999.999.999.999.
grupka et it. 1988 Crl3

3021100 ,Chromite* 0.0000 -12.7774 223.8368
4 2.000 211 1.000 280 -6.000 330 2.000 002
gw. 999. 999.999.999.
grupko et aL. 1968 FeCr204

3021101 ,Ng-Chrm! ta* 0.0000 -21.6450 192.2948
4 2.000 211 1.000 460 -6.000 330 2.000 002
gw. gw. 999.999.999.

Krupim et mt. 1968 NgCr204
0021000 *Cr(mtat)' 34.3000 -32.2440 51._P61

2 1.000 210 2.000 001
999.999.999.999.999.
I(rupk8 at at. 1988 Cr(mtmt)

3021102 *EskoLalte' 0.0000 -7'._, 151.9904
3 2.000 211 -4.000 330 1.000 002
-3.375134+3 1.657"_5 -5.47061e-1 1.2_?(_,3 -9.33_
EQ316database: version edu.3245 Cr203

2021102 'Cr(OH)$(i)' 0.0000 -5.7559 10.3.0181
3 1.000 211 2.000 002 -2.000 330
gw. gw. 999.999.999.

Kruloka at at. 1968 Cr(_)3(i)
2021101 'Cr(OH)3(c)' 0.0000 -6.4723 103.0181

3 1.000 211 2.000 002 -2.000 330
gw. gw. 999.999.999.

Kr14)ka lt at. 1988 Cr(OH)3(c)
2021103 'Cr._Fe.OI(OH)3' 0.0000 -0.6963 103.0181

3 1.000 211 2.000 002 -2.000 330
999.999.999.999.999.
Krupka at aL. 1968 CrO.99FeO.Ol(OH)3

2021104 *Cr._Fe.OS(OH)3* 0.0000 -1.5759 103.0181
3 1.000 211 2.000 002 -2.000 330
gw. 999. 999.999.999.

Krupka at at. 1988 CrO.9SFeO.OS(041)3
2021105 *Cr.9OFe. 10(011)3' 0.0000 -2.0890 103.0181

3 1.000 211 2.000 002 -2.000 330
gw. gw. 999.999.999.
Krupka et at. 1968 CrO.9OFeO.lO(OH)3

2021106 'Cr.8OFI.20(OH)3' 0.0000 - _..?ldS7 103.0181
3 1.000 211 2.000 002 -2.000 330
999.999.999.999.999.
grupic8at mL. 1988 CrO.8OFeO.20(OH)3

2021107 'Cr.?0Fe.]O(OH)3* 0.0000 -3.1885 103.0181
3 1.000 211 2.000 002 -2.000 330
999.999.999.999.999.
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ICrq)ka et aL. 1988 CrO.70FeO.30(OH)3
2021108 'Cr.6OFe.40(OH)3' 0.0000 -3.9215 103.0181

3 1.000 211 2.000 002 -2.000:530
999. 999. 999. 999. 999.
I(rupka et aL. 1988 CrO.6OFeO.40(OH)3

4121000 'CrCt2' 19.7010 -15.8559 122.9015
2 1.050 210 2.000 180
999.999.999. 999. 999.
ICrupkllet lbL. 1988 CrCL2

3021200 'Ag2Cr04' -14.3700 12.1983 331.7301
2 1.000 212 2.000 020
999. 999. 999. 999. 999.
ICruldcaet aL. 1988 Ag2Cr04

3021201 :BaCr04' -6.7210 10.3006 253.3207
2 1.000 212 1.000 100
999. 999. 999. 999. 999.
ICruldcaet al. 1988 BoCr04

3021202 :Ce?.Cr04' -7.7200 1.0863 381.8046
2 1.000 212 2.000 220
999.999.999. 999. 999.
KrUldUl et lit. 1988 CsCr04

3021203 'Co2Cr207' -23.4450 18.9381 481.7989
4 2.000 212 2.000 220 2.000 330 -1.000 002
999. 999. 999. 999. 999.
ICrupka et ilL. 1988 Cs2Cr207

3021204 'CuCr04' 0.0000 6.0632 179.5397
2 1.000 212 1.000 731
999.999.999. 999. 999.
Krul_a et lit. 1968 CuCr04

3021205 '1C2Cr04' -4.4800 0.34?4 194.1903
2 1.000 212 2.000 410
999. 999. 999. 999. 999.
gruldcll et eL. 19t8 1(2Cr04

3021206 'K2Cr207' -18.6850 16.6527 294.1846
4 2.000 212 2.000 410 2.000 330 -1.000 002
999.999.999. 999. 999.
Krupka et sL. 1988 IC2Cr207

3021207 'Lt2Cr04, 10.4920 -4.2191 129.8757
2 1.000 212 2.000 440
999. 999. 999. 999. 999.
grupka et aL. 1988 Li2Cr207

3021208 'NgCr04' 20.9300 -4.7424 140.2987
2 1.000 212 1.000 46O
999. 999. 999. 999. 999.
ICrupkaet aL. 1988 NgCr04

3021209 ' (NH4)2Cr04' -2.8780 0.2844 152.0707
2 1.000 212 2.000 490
999. 999. 999. 999. 999.
gr14dcllet aL. 1988 (liH4)2Cr04

3021210 'No2Cr04' 4.2000 -2.6343 161.9732
2 1.050 212 2.000 500
999. 999. 999. 999. 999.
grt4_ll et aL. 1968 liIQ.CrO4

3021211 'Na2Cr207" -6.0450 11.1494 261.9675
4 2.050 212 2.000 500 2.000 330 -1.000 002
999. 999. 999. 999. 999.
ICrujdcliet aL. 1988 Na2Cr207

3021212 'PiX:r04' - 10.5540 14.3159 373.1937
2 1.000 212 1.000 600
999. 999. 999. 999. 999.
ICrupkaet aL. 1988 PbCr04

3021213 'Rb2Cr04' -6.1980 0.6040 286.9293
2 1.000 212 2.000 680
999. 999. 999. 999. 999.
ICruldcaet aL. 1968 Rb2Cr04
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3021214 'SrCr04, 2.0890 5.3075 203.6137
2 1.000 212 1.000 800
999. 999. 999. 999. 999.
KrlJpkaet at. 1968 SrCr04

2021200 *Or03' 0.9150 3.8372 99.9943
3 1.000 212 2.000 330 "1.000 002
999.999.999. 999. 999.
I(rupka et aL. 1968 Ct03

3015000 *CaCr04* 6.1090 2.8960 156.0717
2 1.000 150 1.000 212
999. 999. 999. 999. 999.
Krupka et lit. 1968 CaCr_

3036000 'flg2Cr04, O.0000 9.3250 517.1737
2 1.000 36O 1.000 212
999. 999. 999. 999. 999.

I(rupka et aL. 1968 Ho2Cr04
0023000 'Cu-mtat' -17.1300 8.7562 63.5460

2 1.000 230 1.000 001
999. 999. 999. 999. 999.
Krupka et at. 1988 Cu(mtat)

4123000 *tiantok| te_ -9.9700 6.7647 98.9987
2 1.000 230 1.000 180
999. 999. 999. 999. 999.
grupka et at. 1988 CuCt

4223000 'CuF' 12.3700 - 7. o'cr't 82.5444
2 1.000 230 1.000 270
999. 999. 999. 999. 999.
Krupka et aL. 1908 CuF

2023000 'Cuprlte* -6.2410 1.90 143.0914
3 -2.000 330 2.000 230 1.000 002
2.33564e+2 -1.08508e_ 2.98087e-2 -8.51844e+1 5.88874e+5
ELL316databese: version ndN.3245 Cu20

1023000 'Chatcoclte' -49.0530 34.73 159.1580
3 -1.000 330 2.000 230 1.000 730
5.06840e+2 -1.51767e+4 8.80870e-2 -1.87313e+2 1.42462e+6
EQ3/6 database: version adu.3245 Cu2S

1023001 'Djurteite' -47.8835 33.9190 154.9640
4 -1.000 330 0.066 231 1.868 230 1.000 730
999. 999. 999. 999. 999.
Krupka et aL. 1988 CuO.O7Cu1.SSS

1023002 'An| tire' -43.5380 31.8768 143.2715
4 -1.000 330 0.250 231 1.500 230 1.000 730
999. 999. 999. 999. 999.
Krupka et aL. 1988 CuO.25Cu1.50S

1023103 'Btaubtetckmder-l, 0.0000 24.1614 101.9666
4 -1.000 330 0.990 231 0.200 230 1.000 730
999. 999. 999. 999. 999.
Krupka et aL. 1988 CuO.9CuO.2S

1023004 'BLaubLeidarv:ler-II, 0.0000 27.2780 121.0304
4 -1.000 330 0.600 231 0.800 230 1.000 730
999. 999. 999. 999. 999.
Krupka eZ aL. 1988 CuO.6CuO.SS

1023100 'CoveLL|te' -23.9630 22.06 95.6120
3 -1.000 330 1.000 231 1.000 730
999. 999. 999. 999. 999.
Krupka 1988 (H); Shea-Hetz 1988 (K) CuS

1023101 'Borni te, O.0000 102.44 405.6410
5 4.000 230 1.000 231 1.000 280 4.000 7"50 -4.000 330
3.99567e+3 -1.90769e+5 _.19180e-1 -1.44769e+3 1.28209e+7
EQ3/6 database: version udas.3245 CuSFeS4

1023103 'Chatcowr|te, -30.2240 32.56 183.5250
4 - 2.000 330 1.000 231 1.000 280 2.000 730
2.08823e+3 - 1.08453e+5 3.24527e- 1 - 7.54226e+2 6.89860e+6
EO3/6 database: version m:las.3245 CuFeS2

6023000 'Cu2504' 4.5610 1.9534 223.1556
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2 2.000 230 1.000 732
999. 999.999.999.999.
I(ru_a et et. 1988= Cu2S04

3023000'CUproulferrire' 3.7960 8.9241 151.3918
4 -4.000 330 1.000 230 1.000 281 2.000 002
999. 999.999.999.999.
I(ruFb et aL. 1968 Cure02

4123100 _lletanothatt lte' 11.8190 -3. T_S8 134.4514
2 1.000 231 2.000 180
999. 999.999.999.999.
I(_plm et at. 1918 CuCL2

5023100 'CuC03' 0.0000 9.6329 123.5552
2 1.000 231 1.000 1/,0
999. 999.999.999.999.
[rupb et It. 1988 Cue03

4223100 'CuF2' 13.3200 0.6216 101.5428
2 1.000 231 2.000 270
999.999.999.999.999.
I(ruplmet ut. 1988 CuF2

4223101,C_2:21Q0, 36500 4.5504 137.5734
3 1._00 231 2.000 270 2.000 002
999. 999.999.999.999.
Kruplmet at. 1986 CuFZ:2H20

2023100'Cu(ON)2' 0.0000 "8.6697 97.5607
3 -2.000 330 1.000 231 2.000 002
999. 999.999.999.999.
[ruph et at. 1988 Cu(ON)2

4123101 'Atsr.smite' 18.6870 -7.3379 213.5667
6 -3.00033o z.ooo_1 3.oo0oo2 1.000_m
999. 999. 9w. _9. 999.
Krupb et aL. 1988 Ou2Ct(Oil)3

5123100' Cu2(Oil)]iiOS' 15.0610 "8.7965 2/,0.1190
4 -3.000 330 2.000 231 3.000 002 1.000 492
999. 999.999.999.999.
I(ruplmet at. 1988 Cu2(Olt)3(U03)

6023100,PatLerite' 0.0000 -8._JZ6 354.7310
4 -4.000 330 3.000 231 4.000 002 1.1)00732
999.999.999.999.999.
I(rupkaet eL. 1SO8 Cu.3(SO4)CON)4

6023101'iroclmnttte' 0.0000 -15.44 452.2916
4 -6.000 330 4.000 231 6.000 002 1.000 732
2.53570e,3 -1.&S_le*S 3.68002e-1 -9.130S9_2 7.66161e,6
EL316ditto: version 8.3245 ¢u4(SO4)(ON)6

6023102 'Lmgite' 39.6??0 -17.2515 470.3069
4 -6.000 330 4.000 231 7.000 002 1.000 732
999.999.999.999.999.
Kruldm et at. 1988 CuSO4:3Cu(ON)2:_O

2023101 'Tenorite' 15.2350 -7.66 ?9.S4S4
3 -2.000 330 1.000 231 1.000 002
4.429771w2 -2.75333e_ 6.3M84e-2 -1._475Se_2 1.38269e_
EL316ditto: version m.3245 Cu0

6023103 'CuOCuM04* 20.0960 "0.0ST2 239.1550
4 "2.000 330 2.000 231 1.000 002 1.000 ?32
999.999.999.999.999.
I(ruFlmet or. 1988

7023100 'Cu3(1_;)2' 0.0000 36.8530 380.5807
2 3.000 231 2.000 580
999.999.999.999.999.
I(rupka et or. 1988 Cu3(P04)2

7023101 'Cu3(PO4)2:3N20' 0.0000 35.1180 434.6266
3 3.000 231 2.000 580 3.000 _002
999. 999.999.999.999.
I(ruFka et or. 1988 ¢u3(PO_)Z:3N_

6023104'Chetcocymlte* 17.kl120 -2.92 159.6096
2 1.000 231 1.000 732
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1.50687e+3 -8.68407e_ 2.34363e-1 -5.43405e+2 4.99916e+6
EQ316dotabe_: version m.3245 CuSO&

6023105 eChntcanthite, -1.4330 2.6387 249.6860
3 1.000 231 1.000 732 5.000 002
1.17102e+3 -6.3183&e_ 1.67193e-1 -4.22T27e,2 3.52760e+6
EQ316dotd)mm: version m.3245 CuSO4:SH20

2023102 ,Dioptalm, 8.6700 -6.1336 157.6450
3 -2.000 330 1.000 231 1.000 770
999.999.999.999.999.
Krupka et at. 1968 CuSJO2(OH2)

3023100 *Cupr|cferr|te' 50.2690 -5.8961 239.2376
& -8.000 330 1.000 2_1 2.000 281 &.O00 002
999. 999. 999. 999. 999.
ICruFkoet aL. 1968 CuFe204

4023000 'CUlt' -13.0790 8.2028 143.4500
2 1.000 230 1.000 t30
999.999.999.999.999.
I(rupka et lit. 1988 CuBr

43234)00 oCule -20.1440 11.8971 190.4505
2 1.000 230 1.000 380
999.999.999.999.999.
ICrupb el ii. 1968 Cul

7060005 'Tmambtte' 0.0000 9.7919 677.9852
S -3.000 330 2.000 600 1.000 231 1.000 580 6.000 002
999.999.999. 999. 999.
ICrupkaet aL. 1988 Pb2CuPO/,(OH)3:3H20

5023101 'Natachlte' 16.2100 4.39 221.1159
4 2.000 231 2.000 002 1.000 140 -2.000 330
2.26726e+3 -1.283534+5 3./.7802e-1 -8.165&le*2 7.50271e,6
EQ3/6 dora: version m.32/.5 ¢u2(011)2¢03

5023102 OAzurlte' 23.?650 11.50 344.6711
/* 3.000 231 2.000 002 2.000 140 -2.000 330
/*.13121e,3 -2.33907e,5 6.37133e-1 -1./dS771e*3 1.38746e,7
EQ316dotm: version m.32/,5 Cu3(CO3)(OH)2

1023064 'CuSOl * -20.4000 12.7517 121.6297
2 1.000 230 1.000 734
999.999.999. 999. 999.
Krtq_a tt lt. 1968 CuSCN

1223100 'Ktockaimite' -28.7300 26./,769 1/.2.5060
3 1.000 760 1.000 231 -1.000 330
999. 999. 999. 999. 999.
grt_l lt at. 1968 ruse

1223000 'Cu2Se(atpha), -51.0700 36.0277 206.0520
3 1.000 760 2.000 230 -1.000 330
999.999.999. 999. 999.

Krqlka lt at. 1988 Cu2Se(atpha)
1223101 lOuSe2* -33.3800 33.3449 221./_0

/* 2.000 760 1.000 231 "Z.O00 330 "2.000 001
999.999.999. 999. 999.
Krupka et mL. 1988 CuSe2

1223001 eumnglte, -80.9800 63.391/, 3&8.5S80
/* 2.000 ?60 2.000 230 1.000 231 -2.000 330
999.999.999. 999.999.
ICrupka ot aL. 1988 Cu3Se2

6123100 'Chatcomntte' 9.0300 -0./,977 226.5348
/* 1.000 761 1.000 231 2.000 002 -1.000 330
999.999.999.999.999.
Kr14]k_ lt aL. 1968 CuSeO3:2H20

1102001 'Ag4Fe(CN)6:II20' 0.0000 89.6909 661.441S
/* 6.000 143 /*.000 020 1.000 280 1.000 002
999.999.999. 999. 999.
Sehmet (1909) Ag4Fo(Cll)/*:HZ0

1102002 IAgCU' "26.3850 16.2180 133.8859
2 1.000 143 1.000 20
999. 999. 999. 999. 999.
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Setmet (1989) AgCN
1116001 'Ccl2Fe(CN)6:?H20' 0.0000 62.9824 562.8824

4 6.000 143 2.000 160 1.000 280 7.000 2
999. 999. 999. 999. 999.
Selmet (1989) C¢I2Fe(CN)6:?H20

1121001 'CrCll' 0.0000 -23.8880 ?8.0138
3 1.000 143 1.000 210 1.000 1
999.999. 999.999.999.
Sehmt (1989) CrCU

1121002 'Cr2CN' 0.0000 -56.6450 130.0099
3 1.000 1/.3 2.000 210 3.000 1
999.999.999.999.999.
Sehmt (1989) Cr2Cil

1123001 'CuCll' -30.2000 19.4974 89.5637
2 1.000 143 1.000 230
999.999. 999.999. 999.
Sehmt (1989) Cur.U

1123102 'Cu2Fe(CN)6' 0.0000 61.&lM 339.0454
3 6.000 143 2.000 231 1.000 280
999.999. 999.999.999.
Setmet (1989) Cu2Fe(CN)6

1138001 'CN! ' 17.3090 -11.3114 152.922,?.
3 1.000 143 1.000 380 -2.000 1
999. 999. 999. 999. 999.
Setmt (1989) CN!

1141001 'K12Ni8Fe(CN)6:?H20' 0.000 431.0902 2422.3737
4 42.000 143 12.000 410 8.000 540 7.000 280
999. 999. 999. 999. 999.
Setmet (1989) K12NiSFe(CN)6:?II20

1141002 'KCli(cub)' -2.7400 - 1.4403 65.1160
2 1.000 143 1.000 &lO
999. 999.999.999. 999.
Sdmet (1989) I(Cli(cub)

1141003 *I¢2CdFt(Cli)6* 0.0000 63.02?9 /,02.5610
4 6.000 143 2.000 A10 1.000 160 1.000 280
999.999.999.999.999.
Setmet (1989) 1_2CdFe(CN)6

1141004 'l(41114(Fe(CN)6)3' 0.0000 183.5/.67 1027.0135
/* 18.000 1/.3 4.000 /.10 4.000 540 3.000 280
999. 999. 999. 999. 999.
Setmet (1989) W,tli4(FeCCll)6)3

1141005 'l(4Fe(OI)6' -95.6200 48.8241 368.3/,66
3 6.000 143 /*.000 /,10 1.000 280
999. 999. 999. 999. 999.
Selmet (1989) I(/*Fe(CN)6

1141006 'IQMn3(Fe(CN)6)2' 0.0000 121.0011 666.9176
4 12.000 143 2.000 &lO 3.000 470 2.000 280
999. 999. 999. 999. 999.
S,dmet (19e9) r.21tn3(Fe(CN)6)2

1141007 'IQNt3(Fo(Cli)6)2* 0.0000 123.1267 678.1735
/* 12.000 1/.3 2.000 410 3.000 540 2.000 280
999.999.999.999.999.
Selmt (1989) IGm13(Fe(Cll)6)2

11/.1008 'K/*Fe(CU)6:3H20' -99.1750 49.5424 /*22.39;5
/* 6.000 1/,3 /*.000 /.10 1.000 280 3.000 2
999.999.999.999.999.
Sdumt (1989) I(/*Fo(Cli)6:3H20

11/.1009 'K12CdS(Fe(CN)6)7' 0.0000 441.9853 2852.1417
/* /.2.000 1/.3 12.000 /.10 8.000 160 7.000 280
999. 999. 999. 999. 999.
Sehllmt (1989) K12CclS(Fe(CN)6)7

11/.1010 'IG[nl.§Fe(ClI)6' 0.0000 66.8086 3/,9.1567
4 6.000 1/.3 1.000 /.10 1.500 950 1.000 280
999. 999. 999. 999. 999.
Seimet (1989) IG[nl.SFe(CN)6
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1141011 'l(3Fe(al)6' -83.2900 54.6440 329.2483
3 6.000 143 3.000 410 1.000 281
999.999. 999. 999.999.
Selvmt (1989) IC3Fe(CN)6

1141012 'IWNn6(Fe(ClI)6)5' 0.0000 293.6849 1702.1819
4 30.000 143 8.000 410 6.000 470 5.000 280
999.999. 999. 999.999.
Sdmet (1989) K_INn6(Fe(Cli)6)5

1141013 _12CuZFe(ai)6' 0.0000 72.5142 417.2420
4 6.000 143 2.000 410 2.000 230 1.000 280
999.999.999.999.999.
Sehmet (1909) K2Cu2Fe(CN)6

1147914 'Nn2Fe(CN)6' 0.0000 59.0272 321.8295
3 6.000 143 2.000 41'0 1.ON) 280
999.999. 999. 999.999.
SeivR | (1989) Nn2Fo(ClI)6

1150001 'Ma(ii(CUb)' 0.5200 "2.2869 49.0075
2 1.000 143 1.000 500
999.999. 999. 999.999.
Selhmt (1989) linCH(cub)

1160001 'Pb2Fe(OI)6:3H20' 0.0000 63.6011 680.3993
4 6.000 143 2.000 600 1.000 280 3.000 002
999. 999. 999. 999. 999.
SeivMt (1989) Pb2Fe(CN)6:3H20

1187901 'T t4Fe(CN)6:2H20' 0.0000 56.9162 1065.5172
4 6.000 143 4.000 870 1.000 280 2.000 002
999.999. 999. 999.999.
Setvlt (1989) Tt4Fo(CN)6:2H20

1195001 'Zn2Fe(CN)6- :'H20, 0.0000 61.2321 3?8.76/,0
4 6.000 143 2.000 950 1.000 280 2.000 002
999. _J)9. 99_. 999. 999.
Selmet (1989) Zn2Fe(CN)6:2H20

7714401 *Ao001' "13.1750 6.6159 149.8853
2 1.000 144 1.000 020
999. 999. 999. 999. 999.
Sehmt (1989) AoOC_

1102002 *Ag4Fe(Cll)6' -Z60.9100 193.9140 133.8859
3 6.000 143 4.000 020 1.000 280
999.999. 999. 999.999.
Sdmet (1969) Ag4Fe(CN)6

1116002 'Ccl2Fe(CN)61 0.0000 28.2243 436.7754
3 6.000 143 2.000 160 1.000 280
999.999.999.999.999.
Seimet (1989) Cd2Fe(OI)6

1136100 'Hg(CN)2' -60.7300 45.3791 252.6255
4 1.000 361 2.000 143 2.000 330 -2.000 002
999.999. 999. 999.999.
Selmet (1969) No(CN)2

1160002 'Pb2Fe(Cll)6* 0.0000 27.5895 626.3534
3 6.000 143 2.000 600 1.000 280
999.999. 999. 999.999.
Sehmt (1989) Pb2Fe(CN)6

1195002 'Zn2Fe(CN)6' 0.0000 29.9263 342.7334
3 6.000 143 2.000 950 1.000 280
999.999. 999.999.999.
Selmet (1989) Zn2Fe(_)6

2028001 'Fe(OH)2(ppt)' 21.9350 -11.6750 89.8617
3 -2.000 330 1.000 280 2.000 002
999.999. 999. 999.999.
Krupka et aL. 1988 Fe(OH)2(ppt)

2028100 'Fe(OH)3(m)' 19.8350 -4.8853 106.8690
3 -3.000 330 1.000 281 3.000 002
999.999. 999. 999.999.

Krupka et at. 1968 Fe(OH)3(om)
2028101 ' Fe3(Oil)8' O.OOOO -20.2216 303.5997
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4 -8.000 330 2.000 281 1.000 280 8.000 002
999. 999. 999. 999. 999.
Krul_a et at. 1908 Fe3(OH)8

2028102 '6oeth! tc* 14.5400 1.0 88.8537
3 -3.000 330 1.003 281 2.000 002
999. 999. 999. 999. 999.

Kr14_m 1968 (H): Nordstrom 1990 (1() FoOOH
2028103 ,Lepidocrocl re* O.0000 -1.3634 88.8537

3 -3.000 330 1.000 281 2.000 002
999. 999. 999. 999. 999.

KrqJpkmet aL. 1908 FeOOH(smum)
202810/, 0Nqhemlre' 0.0000 -6.3733 159.6922

3 -6.000 330 2.000 281 3.000 002
999. 999. 999. 999. 999.
I(rupka et eL. 1988 Fe203

2028105 'Hemtt re' 31.1350 -0.11 159.6922
3 -6.000 330 2.000 281 3.000 002
1.12732e.*,3 -6.?0651e._ 1.75188e-1 -4.0198NO*.2 3.55270e,*,6
E0316 ¢btabNe: version m.3245 Fe203

2028106 *Fe(OH)3(so! t)' 0.0000 -2.6864 106.8690
3 -3.000 330 1.000 281 3.000 002
999. 999. 999. 999. 999.
Kmpk8 ek at. 1988 Fe(OH)3(sott)

2028107 ' Fe(Ofl)3(ppt) ° 19.8350 -3.4267 106.8690
3 -3.000 330 1.000 281 3.000 002
999. 999. 999. 999. 999.
I(rupka et aL. 1988 Fe(OH)3(ppt)

&128100 'Fe(Ofl)2:TCt ' 0.0000 3.0406 112.4026
4 -2.700 330 1.000 281 2.700 002 0.300 180
999. 999. 999. 999. 999.
ICrt4d(met aL. 1988 Fe(OH)2:TCL

1028000 *Fd(IM:)t) * 0.0000 3.9134 87.9130
3 -1.000 330 1.000 280 1.000 730
999.999. 999. 999.999.
Krupkmet lit. 1908 FoS(ppt)

1028001 0Grelgfte0 0.0000 4_.9613 295.8050
& -4.000 330 2.000 281 1.000 280 4.000 730
999. 999. 999. 999. 999.
Krupka et lit. 1988 Fe3S4

1028002 ol4ack|rdw| te ° O.0000 4.6464 87.9130
3 -1.000 330 1.000 280 1.000 730
999. 999. 999. 999. 999.
Krupkmet lit. 1988 FeS

1028003 0Pyr|te° -12.8810 19.6484 119.9790
4 -2.000 330 -2.000 001 1.000 280 2.000 730
999. 999. 999. 999. 999.
KrMpkmmt aL. 1988 FeS2

1028004 0Pyrrhot| te j 1.6020 5.8822 87.9130
3 -1.000 330 1.000 280 1.000 730
2.33550e,3 -1.34160e*5 3.38581e-1 -8.38774e_2 8.24J_6

Reed and Spychlir 1989: SOLVEQcletJlmse FeS
6028100 ' F*2(S04)3* 58.1500 "3.21 399.8848

2 2.000 281 3.000 732
5.WA14e+3 -3.35687e+5 8.95012e-1 -2.06672e_3 2.00563e+7
E03/6 ckitld01se: vQrmiofl 8.3245 Fe2(S04)4

6050000 ,dmroaite-No o 36.1820 11.1993 484.7020
5 -6.000 330 1.000 500 3.000 281 2.000 732 6.000 002
999. 999. 999. 999. 999.
grupkm et lit. 1988 NmFe3(SO4)2(OH)6

6041002 'Jmrosite-K' 31.2820 14.8012 500.8105
5 -6.000 330 1.000 410 3.000 281 2.000 732 6.000 002
999. 999. 999. 999. 999.

grupka et lit. 1988 KFe3(SO4)2(Ofl)6
6028101 'Jmroelte-H' 55.1470 12.1023 LdlO.7355

4 -5.000 330 3.000 281 2.000 732 7.000 002
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999. 999. 999. 999. 999.
Krupka et aL. 1988 H3OFe3(SO&)2(ON)6

3028000 'Nqntt Ire' 51.0730 -10.47 231.5386
& -8.000 330 2.000 281 1.000 280 4.000 "N)2
1.5131_J;_3 -9.2574A)e_ 2.32310e-1 -5.40230_2 4.76)'2e,6
803/6 ¢btalmee: version mdN.3245 Fe304

6028000 'ISetllnterl tc' -4.91 2.209 278.0176
3 1.000 280 1.000 732 7.000 002
-1.4&?e*<) 0.0000 4.1534-3 0.0000 2.14949_5
Nordstrom et aL. 1990 FHO4:?H20

6028001 'Fd06(s)* 0.0000 -2.66 151.9086
2 1.000 280 1.000 732
1.85779_3 -1.07971e+$ 2.8Wd)3e-1 -6.69286e,2 6.4164_,ecG
|(L316 cbtd=we: versian mb8.3245 FHO4(e)

5028000 *Siderite' 2.48 10.52 115.8562
2 1.000 280 1.000 140
1.884744_3 -1.06032e+5 2.931044-1 -6.78393_2 6.458_e._6
Ilorclst_l 1990 (N); E(L316m.3245 FRC03

7028100 'Itrengite* 6.3960 25.9000 186.8489
3 1.000 281 1.1)00 I 2.000 002
999. gw. 999. 999. 999.
Krupka it aL. 1908 FePO4:2H20

?028001 'Vivlin|te' 0.0000 36.0013 501.64)60
3 3.000 280 2.000 580 8.000 002
999. 999. 999. 999. 999.
Krupka et at. 1988 Fe3(PO4)2:8H20

3028001 'llercyntte' 78.3750 -27.2282 173.8077
4 -8.000 330 1.000 280 2.000 0.30 4.0(0)002
999. gW. gW. 999. 999.
Krupka et aL. 1908 FeAL204

3066001 'Ilo-Ferrite' 66.6190 -16.7619 199.9966
4 -8.000 330 1.000 460 2.000 281 4.0_.....UO2
999. 999. 999. 999. 999.
Krupka et aL. 1988 NoFe204

0036000 'Hg-metit(t)' -20.6025 13.4473 200.5900
Z 0.50¢) 360 1.000 O01
999. 999. 999. 999. 999.
Krupka et aL. 1988 Ng(metaL)

4036000 'Ng2Br2' -32.5630 22.2226 560.9880
2 1.000 340 2.000 130
999. 999. 999. 999. 999.
Krupka et aL. 1988 Hg2Br2

5036000 'HIRC03° 0.0000 13.9722 461.1892
2 1.000 360 1.000 140

Krupka et aL. 1988 N92C03
4136000 oCatmet ' "2A.6900 17.8357 4TZ. 08_

2 1.000 360 2.000 180
999.999. 999.999.999.

Krupkllat aL. 1988 No2CL2
4236000 'Hg2F2' 1.7950 4.1025 439,1768

2 1.000 36O 2.000 270
999. 999. 999. 999. 999.
Krupka et aL. 1988 HgZF2

4336000 'H8212' 0.0000 28.3885 654.0489
2 1.000 2MO 2.000 380

Krupka et aL. 1908 H0212
2036000 ' Hik?.(Oll)2' 0.0000 -5.2540 435.1947

3 1.000 360 t.O00 002 -2.000 330
999. _. _PP. _.#. g_.
Krupka et aL. 1968 Nil2(OH)2

?036000 ' Ng211P04' 0.0000 25.9821 497.1593
3 1.000 360 1.000 330 1.000 580
999. 999. 999. 999. 999.
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I(rupka ,t at. 1908 liMHP04
1036000 *ltg2S, -17.9960 41.8307' 433.2460

3 1.000 360 1.000 730 -1.000 330
999. 999. 999. 999. 999.
Krupka et at. 1968 llg2S

6036000 ' Hg21K_' "1.5630 6,1594 497.2436
2 1.000 340 1.000 732
999. 999. 999. 999. 999.
ICrupkll et lit. 1968 H92S04

6136000 'Hik?.Se03* 0.0000 6.9128 528.1382
3 1.000 360 1.000 761 -1.000 330
999. 999. 999. 999. 999.
Krupk, et at. 1968 H92Se03

4036100 'HgOr2' -34.4330 25.3957 360.3980
4 1.000 361 2.000 130 2.000 330 -2.000 002
999. 999. 999. 999. 999.
Krul_a et mt. 1998 HIJr2

5036100 ' llg(:O3' -22.1350 28.689? 260.5992
4 1.000 361 1.000 140 2.000 330 -2.000 002
999. 999. 999. 999. 999.
Kr14:kll et lit. 1968 H9C03

4136100 'HgCL2' -25.4400 20.2516 27'1.4954
4 1.000 361 2.000 180 2.000 330 -2.000 002
999. 999. 999. 999. 999.
Krupka et imt. 1988 HgCL2

4336100 'Cocctntte' -50.5530 34.7772 454.3989
4 1.000 361 2.000 380 2.000 330 -2.000 002

I(rupk8 et aL. 1968 Hgl2
2036100 'Nontroydi te, -5.1290 3.6554 216.5894

2 1.000 361 -1.000 002
999. 999. 999. 999. 999.
Krupkll et lit. 1968 HgO(red)

2036102 'HgO(yet toy), -5.0&00 3.6327 216.5894
2 1.000 361 -1.000 002
999. g99. 999. 999. 999.
Krupka ,t at. 1M8 agO(yet toy)

2036103 'HgO(hex), -5.0400 3.6327 216.5894
2 1.000 361 -1.000 002
999. 999. 999. 999. 999.
Krupkmet mL. 1M8 HgO(hex)

2036101 'Hg(ON)2' 0.0000 3.5117 234.6047
1 1.000 361
999. 999. 999. 999. 999.
Krul_a et at. 1988 Hg(ON)2

1036100 *Cinnabar* "61.4M0 45.9229 232.6560
4 1.000 361 1.000 730 1.000 330 "2.000 002
999. 999. 999. 999. 999.

Krupka et aL. 1968 HgS(utpha)
1036101 tMetmciNwber, -60.3380 45.4143 232.6560

4 1.000 361 1.000 730 1.000 330 -2.000 002
999. 999. 999. 999. 999.
Krupka et at. 1988 Hilt(beta)

6036100 *NOS04' -3.5140 9.4291 296.6536
4 1.000 361 1.000 732 2.000 330 -2.000 002
999. 999. 999. 999. 999.
Kr'tapkmet mL. 1988 NgS04

6136100 *HBStI03 m O. 0000 12.7004 327.5482

4 1.000 361 1.000 761 1.000 330 -2.000 002
999. 999. 999. 999. 999.
Krupka lt It. 1988 HoSe03

4336102 'Hgl2:2NH3' "33.8080 16.2554 488.4601
4 1.000 361 2.000 380 2.000 490 "2.000 002
999. 999. 999. 999. 999.
Krupka et mL. 1988 HgI2:2(NH3)
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4336103 'Hg12:6H3' 18.6640 -33.(A62 556.582.3
5 1.000 361 2.000 380 6.000 490 -2.000 002 -4.000 330
999. 999. 999. 999. 999.
Krupka et at. 1988 Hgi2:6(lIIL3)

6041003 'Arceni re' 0.0000 1.80 174.2602
2 2.000 410 1.000 732
1.69935o_3 09./dJ88204_ 2.64/diSe-1 -6.16295o+2 5.93995e,6
H3/6 database: version mdN.3245 IC2SO4

5041000 'Katicinlte' 0.0000 9.9305 100.1154
3 1.000 410 1.000 140 1.000 330
999. 999. 999. 999. 999.
ICrupka et aL. 1908 I(H¢03

6041006 'Hercet ttte, 0.0000 1.2820 136.1698
3 1.000 410 1.000 330 1.000 732
999.999.999. 999.999.
KrUpka et at. 1968 i(HS04

6041007 'Nluntte' 0.0000 9.8337 991.2792
3 8.000 410 6.000 330 7.000 732
999.999.999. 999.999.
Krt4d_ et at. 1968 IC8H6(I;04)7

5041001 '1(2C03:1.5N20' 0.0000 -3.2929 165.2287
3 2.000 410 1.000 140 1.500 002
999. 999. 999. 999. 999.
Krupka et lit. 1968 1(2C03:1.5H20

5041002 '1(8114(C03)6:3H20' O.0000 33.3222 730.9192
4 8.000 410 4.000 330 6.000 140 3.000 002
999.999. 999. 999.999.
Kmpka et at. 1968 KSH&(CO3)6:3H20

6041010 '1C3N(S04)2' 0.0000 3.1672 310.4300
3 3.000 410 1.000 330 2.000 732
999.999. 999. 999.999.
Krupka ot aL. 1968 1(3H(S04)2

4141001 'Sytvtto' 0.0000 -1.0291 74.5510
2 1.000 410 1.000 180
999. 999. 999. 999_ 999.
Krupka et aL. 1968 KCL

1041000 '1C2S03' 5.6300 -5.0473 158.2608
2 2.000 410 1.000 733
999. 999. 999. 999. 999.
ICrupka et aL. 1988 iC2S03

1041001 'ICSCN* -5.7890 -2.1462 97.1820
2 1.000 410 1.000 734
999. 999. 999. 999. 999.
grupka et mL. 1988 gscli

50/,6000 'Artintte' 28.5320 -9.33 196.6797
4 -2.000 330 2.000 /,60 1.000 140 5.000 002
2.33983e+3 -1.35T71e+5 3.52920e-1 -8.43075,+2 7.7/_65e+6
EQ316detabRe: version adu.3245 Hg2(OH)2CO3:3H20

2046000 'Brucite' 27.2400 -16.30 58.3197
3 1.000 460 2.000 002 -2.000 3.30
3.74982e+2 -2.58332e_, 5.35236e-2 -1.3&555e+2 1.09761e*6
E0316 ¢kmtabese:version WH.3245 Ng(OH)2

5015002 'Ootomlte(o)' 9.436 18.14 184.4014
3 1.000 150 1.000 460 2.000 140
3.69590e*3 -2.07327e,5 5.T7405e-1 -1.33217e+3 1.26073e,7
EG316datdmse: version adm.3245 CaHg(CO3)2(ordered)

5015003 'DoLomire(d)* 11.09 16.54 184.4014
3 1.000 150 1.000 460 2.000 1/,0
999. 999. 999. 999. 999.
Nordstrom et aL. 1990 Cdlg(CO3)2(disorclered)

5015004 *HuntJte* 29.2.390 31.02 353.0298
3 3.000 460 1.000 150 4.000 140
7.48865e+3 -4.23192e+5 1.16431e+0 -2.69688e+3 2.55869e+7
ETL316database: version adas.3245 CaHg3(CC)3)4

6046000 'Eplomi tc' -2.8240 2.1388 2/6.4756
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3 1.000 460 1.000 732 7.000 002
999. 999. 999. 999. 999.
I(rupka ,t aL. 1908 NgSO4:TH20

7015002 *FCO3-Apetite' -39.3900 114.4000 967.3660
6 9.496 150 0.360 500 0.144 460 4.800 580 1.200 140 2.480 270
999. 999. 999. 999. 999.

[rupka et aL. 1908 Ca9NaO.4(PO4)S(CO3)F3
50/,6001 *Hydromgrm| re' 58.0610 10.47 /067.6376

& 5.000 460 &.O00 160 -2.000 330 6.000 002
8.03211e.3 -4.59360e+5 1.23337e+0 -2.89115e+$ 2.713_7e¢.7
ECk3/6ckmtabue: version mdmJ.37.45 NoS(C:O3)4(OH)2:4H20

5046002 ,mite* 7.3400 8.0& 84.3142
2 1.000 460 1.000 140
1.82754e+3 -1.031134_5 2.lBO94e-1 -6.58162e+2 6.21475046
E(L3/6 cletabe_: version nda.3245 NgC03

5046003 'Nesqudlorl| re' 5.7890 5.2115 138.3600
3 1.00O 460 1.000 140 3.000 002
999. 999. 999. 999. 999.

ICrupkaet at. 1968 NgCO3:3H20
2046001 'Pertctue' 36.0850 -21.34 &0.3044

3 -2.000 330 1.000 4_d) 1.000 002
4.49024e_2 -3.25083e_ 6.37032e-2 -1.60206e+2 1.43040e+6
E_316 detld_se: version nd88.3245 NgO

3046000 'SpineL' 89.1090 -36.3934 142.2657
4 -8.000 330 1.000 460 2.000 030 4.000 002
999. 999. 999. 999. 999.
gruldCaot aL. 1988 NgAt2(_

4146000 'Dtschoftte' 0.0000 -4.4265 203.3021
3 1.000 4_K) 2.000 180 6.000 002
999. 999. 999. 999. 999.

Kruplc8 et aL. 1988 NgCL2:6H20
6050004 'BLoedtte' 0.0000 2.3881 334.47_

4 2.000 500 1.000 460 2.000 732 4.000 002
999. 999. 999. 999. 999.
I(rqpk8 et aL. 1988 Ne2No(SO4)2:4H20

4141000 'Carnat tire' 0.0000 -4.4302 277.8531
4 1.000 410 1.000 460 3.000 180 6.000 002
999. 999. 999. 999. 999.
Krupka et eL. 1988 104gCL3:6H20

6046001 'Haxahydrite' 0.0000 1.6661 228.4603
3 1.000 460 1.000 732 6.000 002

Krupka et aL. 1988 NgSO4:6H20
6041004 'Keintte' O.0000 O.0880 248.965/,

5 1.000 410 1.000 /60 1.000 180 1.000 732 3.000 002
999. 999. 999. 999. 999.

Krupkmet mL. 1988 i04gCL(SO4):3H20
6046002 'lCtesertte' 0.0000 0.1422 138.3839

3 1.000 460 1.000 732 1.000 002
999. 999. 999. 999. 999.
Krupka et eL. 1988 NgSO4:H20

6041005 ' Leon|re' O.0000 3.7492 366.6899
4 2.000 410 1.000 460 2.000 732 4.000 002
999. 999, 999. 999. 999.
grupk| et aL. 1988 IC2Ng(SO4)2:4H20

/,146001 'Ng2CL(ON)3:TH20' 0.0000 -26.0488 207.1458
4 2.000 460 1.000 180 7.000 002 -3.000 330
999. 999. 999. 999. 999.
Krupke et aL. 1988 Mg2Cl(OH)3:TH20

6041008 *Ptcromer| re' 0.0000 4.1025 402.7205
4 2.000 410 1.000 460 2.000 732 6.000 002

Krul_a et eL. 1988 IC2140(SO4)2:6H20
60/,1009 'PoLyhaLite' 0.0000 13.5294 602.9426

5 2.000 410 1.000 460 2.000 150 4.000 732 2.000 002
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ICrupke et aL. 1988 IC2HOCa2(SO4)4:2H20
4146002 :Tu:hyhydrlte' 0.0000 -17.3173 517.5876

4 2.000 460 1.000 150 6.000 180 1Z.O00 002
999.999.999. 999. 999.
KruPka et aL. 1988 CaHo2CL6:12H20

1046000 'Hg_3 ' 22.4700 "2.7707 104.3692
2 1.000 _ 1.000 733
999.999.999.999.999.
Krupka et aL. 1988 NgS03

3047100 'Blxbyite* 29.7/,60 0.9932 157.8743
3 -6.000 330 2.000 471 3.000 002
999.999.999.999. 999.
KrUl_e et sL. 1988 Xn_03

2047101 qianoani re' 0.0000 25.34 87.9448
4 -3.000 330 -1.000 001 1.000 470 2.000 002
999.999.999.999.999.

Nordstrom et aL. 1990 Hn00H(gamm)
2047102 *ilrne_ite* 0.0000 -18.0681 86.9368

4 -4.000 330 -1.000 001 1.000 &71 2.000 002
999.999.999.999. 999.
grupka et aL, 1988 Hn02

2047103 *lloutite* 0.0000 -17.4817 86.9368
4 -4.000 330 -1.000 001 1.000 471 2.000 002
999.999.999.999. 999.
Krupkaet aL. 1988 Hn02(gamm)

2047104 'Pyrotustte' 65.11 -41.38 86.9368
4 -4.000 330 -2.000 001 1.000 470 2.000 002
999.999.999.999. 999.
Hordmtroal at IlL.1990 Hn02

2047105 'Mn02(beta)' 39.3400 - 15.9637 86.9368
4 -4.000 330 -1.000 001 1.000 &71 2.000 002
999. 999. 999. 999. 999.
Krupkaat aL. 1988 Hn02(beta)

2047000 *Haummmlre' 100.64 -61.03 228.8117
4 -8.000 330 -2.000 001 3.000 470 4.000 002
999.999.999.999.999.
Nordstrom et aL. 1990 Nn304

2047001 'Hanganos| re' 0.0000 -17.92 70.9374
3 1.000 470 1.000 002 -2.000 330
3.36T_e+2 -20417010+4 5.042090-2 -1.211350+2 9.90550_5
EG316database: version adu.3245 Hn0

2047003 'Pyrochrot re' 0.0000 -15.2 88.9527
3 -2.000 330 1.000 470 2.000 002
999. 999. 999. 999. 999.
Hordstroal et aL. 1990 Hn(0H)2

5047000 'Rhodochroatte' 2.0600 10.52 114.9A73
2 1.000 470 1.000 140
1.910330+3 -1.070740+5 2.961780-1 -6.881280+2 6.55_9e+6
EQ3/6 datable: vers|on m.3245 14,¢03

4147000 'HnCL2:4H20' 2.6270 -2.7091 197.9046
3 1.000 470 2.000 180 4.000 002
999.999.999.999.999.
I(rupka et aL. 1988 HnCt2:4H20

1047000 'llnS(oreen)' 5.7680 0.6178 87.0040
3 -1.000 330 1.000 470 1.000 730
999.999.999.999. 999.
[rul_, et IlL. 1988 HnS(green)

6047000 'HnS041 15.4810 -2.6754 151.0017
2 1.000 470 1.000 732
999. 999. 999. 999. 999.
grupkaet aL. 1988

6047100 q4n2(S04)3 * 39.0630 5.7605 398.0669
2 2.000 471 3.000 732
999.999.999.999.999.
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Krupka et at. 1968 Xn2(S04)3
7047000 q4rt3(P04)2* -2.1050 23.8213 354.7369

2 3.000 479 2.000 580

Krupka et mL. 1968 Nn3(P04)2
7047001 'lklltP04(c), 0.0000 25.2799 150.9173

3 1.000 470 1.000 580 1.000 330
999. 999. 999. 999. 999.
Krupka et aL. 1968 Nn#iPP(c)

7247000 'Nn3(AsO4)2:m20, 0.0000 -10.1965 586.Tt'4dS
4 3.000 470 2.000 061 8.000 002 -6.gO0 330
999.999. 999. 999.999.
Krupk, et aL. 1988 Nn3(As04)2:Slt20

7347900 'Nn(rO3)2' 22.1110 -4.8135 252.8173
4 -4.000 330 1.000 47_ 2.000 903 2.000 002
999.999. 999. 999.999.
I(rqdca et aL. 1968 )in(rO3)2

1247000 *NnSe, 13.4610 "5.3486 133.8961
3 1.000 760 1.000 470 "1.000 330
999.999. 999. 999.999.
Kr'upka et mL. 1968 NnSe

6147901 *Nr.Se03:21_20, -2.0290 -0.9587 217.9268
4 1.000 761 1.000 470 2.000 002 "1.000 330
999. 999. 999. 999. 999.
grt4pkll tt aL. 1988 NnSeO3:2H20

6147000 'Ik..Se03' 0.0000 -0.0425 181.8963
3 1.000 761 1.000 470 -1.000 330
999. 999. 999. 999. 999.
Krupka et eL. 1908 XnSe03

O04_SO00'Ho(mtst)' -34.7600 19.6586 95.9/,00
4 1.000 480 8.000 330 6.000 001 -4.000 002
999. 999. 999. 999. 999.
Krupka et aL. 1988 No(totaL)

2048001 *m)02* -38.6300 29.9593 127.9388
4 1.000 480 4.000 330 2.000 001 -2.000 002
999.999. 999. 999.999.
I(rUl_8 et aL. 1988 No02

2048002 'Notybdite, -7.8960 12.0532 143.9382
3 1.000 480 2.000 330 -1.000 002
999. 999. 999. 999. 999.
I(rupka et ot. 1988 14003

2048003 *H2Jk)04' "11.5000 13.3403 161.9535
2 1.000 48O 2.OO0 330
999. 999. 999. 999. 999.
Krt_8 et lit. 1988 H2NoO4(Idlite)

1048000 'NoLylxlentre, -92.1440 70.5703 160.0720
5 1.000 480 2.000 001 6.000 330 2.000 730 -4.000 002

i(rupka et eL. 1988 Ik)S2
7402000 'A9214o04' -12.9600 11.5460 3?5.6740

2 1.000 480 2.000 020
999.999. 999. 999.999.
Kr'upk8 et eL. 1988 Ag21_04

7428100 ' Fe2(#_04)3, 0.0000 38.8995 591.5068
2 3.000 480 2.000 281
999.999. 999. 999.999.
Krupk8 et aL. 1968 Fe2(1_04)3

7410000 ' lisle04* "0.3510 6.2252 297.2646
2 1.000 480 1.000 100
999. 999. 999. 999. 999.
i(rupkll ot ot. 1988 Bd4o04

7415000 'Pouet tire, -0.1640 7.8349 200.0156
2 1.000 480 1.000 150
999. 999. 999. 999. 999.
Krupkll et eL. 1988 Cal4o04
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?423100 'ClA_' 5.3200 6.7962 223.4836
2 1.000 480 1.000 231
999. 999.999. 999.999.
Krupke et mL. 1908 CUNo04

7&28000 , FaNo04' 2.8650 10.45M 215.7846
2 1.000 4OO 1.050 380
999. 999.999.999.999.
ICrupk8 et aL. 1M8 FeNo04

?441000 'K2NO04* 0.9600 -3.7793 238,,1342
2 1.050 480 2.000 410
999. 999.999.999.999.
grupk8 et lt 1908 1(2No04

?446000 'NgNO_' 15.2400 0.8529 184.2426
2 1.000 48O 1.oa0 46O
999. 999.999.999.999.

I(ru;_ et eL. 1908 14gl4o04
7447000 'NnNo04' 6.5110 4.5540 214.8757

2 1.000/AO 1.000 470
999.999.999.999.999.
Krupb et eL. 1M8 MN4o04

7450000 'lkQNo04 ' 2.2300 -0.8898 205.9171
2 1.000 68O 2.0O0 5O0
999. 999. 999. 999. 5;99.

Kruldce et aL. 1988 NIQI4o04
7450001 'Hm2Ho207' -13.1150 17.3M7 349.8553

4 2.000 480 2.050 505 2.000 330 -1.000 002
999. 999. 999. 999. 999.
I(rupke et at. 1908 Ne2No07

7460000 'Uutfenite' -12.4950 15.8332 367.1376
2 1.000 480 1.000 600
999. 999. 999.999.999.
I(rt4ska et eL. 1908 Ptdlk)04

74_80000 'SrlqO04' "3.6510 10.2625 247.5576
2 1.000 480 1.000 800
999. 999.999.999. 999.
Krupka et aL. 1988 SrNo04

7495000 'ZrlCa04' 8.M10 4.8172 225.3276
2 1.000 480 1.000 950
999. 999. 999. 999. 999.
KruldCaet aL. 1988 ZnNo04

4148000 '14o¢t6' 79.9520 "49.7550 308.6562
4 1.050 480 8.000 330 6.000 180 "4.000 002
999. 999. 999. 999. 999.
Krulpka et at. 1988 HoCL6

4148001 'MoCtS' $9.0500 -21.0836 273.2035
5 1.000 480 8.000 330 5.050 180 1.050 001 -4.000 002
999. 999.999. 999.999.
KrulPka it at. 1988 NoCL5

4148002 'IqoCL4' 11.04_0 "1.8325 237.7508
5 1.000 480 8.050 330 4.000 180 2.050 001 "4.000 002
999. 999. 999. 999. 999.
Krupka et mL. 1988 NoeL4

2048004 ' l Lseinennite. 0.0000 63.8136 415.8152
4 3.000 480 8.000 330 2.000 001 -4.000 002
999. 999. 999. 999. 999.
grupka et eL. 1988 Mo308

7428001 'Ferrimotybdite' 0.0500 36.08T.S 853.7136
4 3.520 480 9.880 002 1.040 330 2.000 281
999. 999. 999. 999. 999.

grupka et aL. 1988 Fe2Mo3.52013.6:lOH20
4150000 'HaLite' -0.9510 -1.5627 58.4425

2 1.000 500 1.000 180
999. 999. 999. 999. 999.
grupka et aL. 1988 NaCL

6050001 'Mtrabt tile' -18.9870 1.2116 322.1959
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3 2.000 500 1.000 732 10.000 002
999. 999. 999. 999. 999.
Krupko et aL. 1988 Na2SO4:IOH20

3050000 'Natron' -15.7450 1.3113 286.1415
3 2.000 500 1.000 140 10.000 002
999. 999. 999. 999. 999.
Krupka et at. 1988 Na2CO3:IOH20

6050002 ' Thenilrd| re' 0.4110 0.2881 142.0431
2 2.000 500 1.000 732
999. 999. 999. 999. 999.
Krupka et aL. 1988 Na2S04

5050001 'Themonatrt re' 2.8020 -0.1253 124.0040
3 2.000 500 1.000 140 1.000 002
999. 999. 999. 999. 999.
Krupka et aL. 1988 Nil2CO3:H20

6050003 'Aphtht tilt | tc' 0.0000 3.4260 332.4119
3 1.000 500 3.000 410 2.000 732
999. 999. 999. 999. 999.
Krupka et mt. 1988 Nid(3(S04)2

5050002 'lurke| re' 0.0000 0.8099 390.0750
3 6.000 500 1.000 140 2.000 732
999. 999. 999. 999. 999.
Krupka et aL. 1988 NaG(CC)3)(S04)2

5041003 'KNaCO3:6H20' 0.0000 0.0015 230.1890
/* 1.000 410 1.000 500 1.000 140 6.000 002
999. 999. 999. 999. 999.
Krupka et aL. 1988 KldaCO3:6H20

5041004 'K-Trona' 0.0000 8.8523 258.2/*33
5 2.000 /,10 1.000 500 1.000 330 2.000 1/.0 2.000 002
999. 999. 999. 999. 999.
Krupka et aL. 1988 K2NaH(CO3)2:2H20

6050007 'Na3H(S04)2' O.0000 0.8459 262.1044
3 3.000 500 1.000 330 2.000 732
999. 999. 999. 999. 999.
KrUl_ et aL. 1988 NaHCS04)2

5050005 'Na2CO3:TH20' 0.0000 0.4838 232.0957
3 2.000 500 1.000 1/.0 7.000 002
999. 999. 999. 999. 999.
Krupka et aL. 1988 Na2C03:7H20

5050003 'Mahcot|tc' 0.0000 10.7507 84.0069
3 1.000 500 1.000 330 1.000 140
999. 999. 999. 999. 999.

Krupka et aL. 1988 NoHC03
5050007 'Trona' 0.0000 11./.045 226.0262

/* 3.000 500 1.000 330 2.000 1/.0 2.000 002
999. 999. 999. 999. 999.
Krupka et IlL. 1988 Na3H(CO3)2:2H20

1050000 'Na2S03' 6.0700 "1.4469 126.0437
2 2.000 500 1.000 733
999. 999. 999. 999. 999.
grupkIl et lit. 1988 Nil2S03

5054000 'NTC03' 10.0500 6.8461 118.6992
2 1.000 540 1.000 140
999. 999. 999. 999. 999.

Krupkil et mL. 1988 NIC03
505/.001 'MtC03:6tt20' 0.0000 12.4607 226.7909

3 1.000 540 1.000 140 6.000 002
999. 999. 999. 999. 999.
Krupka et ilL. 1988 NiCO3:6H20

205/*000 'NJ(OH)2' 22.9400 -12.7319 92.7047
3 -2.000 330 1.000 5/*0 2.000 002
999. 999. 999. 999. 999.
Krupka et ilL. 1988 Ni(OH)2

6054000 'NiA(OH)6SO4' 93.4510 -31.9266 432.8676
/* -6.000 330 /*.000 540 1.000 732 6.000 002
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999. 999. 999. 999. 999.
Krupka et aL. 1988 Nt4(OH)6(S04)

2054001 'Burwenite' 23.9350 -12.4424 74.6894
3 -2,000 330 1,000 540 1.000 002
999. 999. 999. 999. 999.
Krupks et aL. 1988 HtO

7054000 'Nt3(P04)2' 0.0000 31.3204 366.0127
2 3.000 540 2.000 560
999. 999.999. 999.999.
grupka at at. 1988 Ni3(P04)2

1054000 'Ht t Let| re' -2.4830 8.0533 90.7560
3 - 1.000 330 1.000 540 1.000 730
999. 999. 999. 999. 999.
grupka et aL. 1988 HiS

6054001 'Retoersi re' - 1.0880 2.0509 262.8453
3 1.000 540 1.000 732 6.000 002
999. 999. 999. 999. 999.
Krupka et aL. 1988 NlS04:6H20(tetra)

6054002 'Moren_| to' -2.9240 2.0663 280.8606
3 1.000 540 1.000 732 7.000 002
999. 999. 999. 999. 999.

Krupks et aL. 1988 NiS04:TH20
8054000 'Ni2S|04' 33.0700 -14.3812 209.4631

3 -4.000 330 2.000 540 1.000 770
999. 999.999. 999.999.
Krupka et aL. 1988 Ni2Si04

1254000 'NiSe' 0.0000 17.7529 137.6500
3 1.000 760 1.000 540 - 1.000 330
999. 999. 999. 999. 999.
grupka et aL. 1988 NiSe

6154000 'AhLfeLdite' 7.4200 -2.7787 221.6788
4 1.000 761 1.000 540 2.000 002 -1.000 330
999. 999. 999. 999. 999.
ICrul_a et ni. 1988 NISeO3:2H20

0060000 'Pb(mtat)' 0.4060 -4.2799 207.2000
2 1.000 600 2.000 001

grupks et mt. 1988 Pb(Imtmi)
4160000 , Cottaln|to 0 -5.5910 4.7681 278.1054

2 1.000 600 2.000 180
999. 999. 999. 999. 999.
Krupka et at. 1988 PbCL2

4160001 'lqst Lock|re' -7.9380 9.4174 261.6511
3 1.000 600 1.000 180 1.000 270
999. 999.999. 999.999.
ICrupka et iii. 1988 PbFCt

4160002 'Phosgen| re' 0.0000 19.8089 545.3146
3 2.000 600 2.000 180 1.000 140
999. 999. 999. 999. 999.
Krqpka et mL. 1908 Pb2CL2C03

5060000 ,CerruJi te 0 -4.8440 13.54 267.2092
2 1.000 6OO 1.000 140
1.76426e¢.3 -9.75150e.4 2.76310e-1 -6.36537e+2 6.13623e.6
EIL3/6 datable: version Indlm.3245 PbC03

4260000 °Pl_2' 0.7060 6.1475 245.1968
2 1.000 6OO 2.000 270
999.999.999. 999.999.
ICrupka at mL. 1988 PbF2

2060000 'Nusl©ot o 16.7800 -12.9057 223.1994
3 -2.000 330 1.000 600 1.000 002
999.999.999.999.999.
Krupka ot at. 1988 PIgO(yetlou)

2060001 *Litharge, 16.3810 -12.64 223.1994
3 -2.000 330 1.000 600 1.000 002
2.78403e+2 -1._4 3.g5704e-2 -1.00918e+2 8.51025e+5
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E03/6 ¢btabNe: version m.3245 PtbO(rad)
2060002 'PbO:1.33H20' 0.0000 -12.8432 229.1444

3 o2.000 330 1.000 600 1.330 002
999. 999.999.999.999.
I(rupkJ et aL. 1988 PIoO:l.33H20

5060001 'Pb20¢03' 11.4640 0.5080 490.4086
4 "2.000 330 2.000 W)O 1.000 002 1.000 140
999. 999.999.999.999.
Krupko et IlL. 1988 Pt120¢03

6060000 *Larnik| re* 6.4480 0.2771 526.4630
4 -2.000 330 2.000 600 1.000 732 1.000 002
999. 999.999.999.999.
Krupiw ,t aL. 1ge8 PiCO(SO4)

6060001 i_, 20.1'7'60 "10.8753 749.6624
4 "4.000 330 3.000 600 1.000 732 2.000 002
999. 999.999.999.999.
Krupka et aL. 1908 Ph302(S04)

6060002 '_S04' 3S.0990 "22.0973 972.8618
4 -6.000 330 &.O00 600 1.000 732 3.000 002
999. 999.999.999.999.
RrupkJ et aL. 1908 Pb44)3(S04)

7060001 oct-Pyromorph|te _ 0.0000 84.4296 13r_.3668
3 5.000 600 3.000 580 1.000 180
999. 999.999.999.999.
K_ et aL. 1908 PI_(PO&)3CL

7060002 'OH-Pyromorphire' 0.0000 62.7911 1337.Srk1&
4 -1.000 330 $.000 600 3.000 580 1.000 002
999. 999.999.999.999.
Krupka et aL. 1968 Pt6(P04)30il

5060002 'Pb302C03' 26.4280 "11.0219 713.(d)80
4 "4.000 330 3.000 600 1.000 140 2.000 002
999.999.999.999.999.
Krupka et aL. 1968 Pb02(C03)

7060003 oPLmbogumito' 0.0000 _.. 78TI 581.1393
5 -5.000 330 1.000 600 3.000 030 2.000 580 6.000 002
999.999.999.999.999.

Krtqpkaet aL. 1968 PbAL3(PO4)2(OH)S:HaO
796000& 'Hirtint ire' 0.0000 2.4967' 581.2236

6 -6.000 330 1.000 dJX) 3.000 030 1.000 580 1.000 732 6.000 002
999. 999.999.999.999.
Kr_ka et at. 1968 PlML3(PO4)(SO4)(OH)6

8260000 'PIll03' 7.2120 "5.8170 283.283?
4 "1.000 002 "2.000 330 1.000 600 1.000 770
999. 999.999.999.999.
Krupka e_ aL. 1988 PbSt03

8060000 'Pb2SI04* 23.9730 "18.2652 506.4831
3 "4.000 330 2.000 600 1.000 170
999. 999.999.999.999.
Krul_a et aL. 1908 lq_104

6060003 'kngtesite' -2.1440 7.85 303.2636
2 1.000 600 1.000 732
1.83327e+3 -1.02_0_ 2.833&ge-1 -6.61509e.2 6.42205e_
EG316database: version m.3245 PbS04

1060001 '6arena' -19.3870 14.85 239.2660
3 -1.000 330 1.000 600 1.000 730
9.93145e+2 -S.14_Se_ 1.S4011e-1 -3.S9706_2 3.41533e_
ECL316¢btabwe: version mda.3245 PI_

2060003 'Ptattner|te _ 70.7360 -/,9.2903 239.1968
4 -4.000 330 -2.000 001 1.000 600 2.000 002
999. 999. 999.999.999.
Krupka et aL. 1968 PtX)2

3060000 'Pti203' 0.0000 -61.0378 462.3982
4 "6.000 330 "2.000 001 2.000 600 3.000 002
999. 999.999.999.999.
Krupim et aL. 1968 Ph203
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3060001 'Minim' 102.7760 -73.6847 685.5976
4 -8.000 330 -2.000 001 3.000 600 4.000 002
999.999. 999.999.999.
Krupka et mL. 1988 Pb304(red)

2060004 'Pb(ON)2(c)' 13.9860 -8.1427 241.2147
3 -2.000 330 1.1NN)600 2.000 002
999. 999. 999. 999. 999.
Knaplm et aL. 1gis Pb(OH)2(c)

4160003 _Lourionlte _ 0.0000 -0.6216 259.6600
4 -1.000 330 1.000 600 1.000 180 1.000 002
999.999.999.999.999.
ICrupkaet aL. 1988 PtbOCt

4160004 'Iqn2(OII)3CL' 0.0000 "8.7936 500.8747
4 "3.000 330 2.000 600 3.000 002 1.000 180
999.999. 999.999.999.
Krupb et at. 1988 Pb2(OH)3Ct

5060003 ,Hydrocerrumi re, 0.0000 18.8619 775.6331
4 -2.000 330 3.000 600 2.000 140 2.000 002
999.999.999.999.999.
Krul_ et BL. 1988 Pb3(CO3)2(OH)2

2060005 'PbZO(OH)2' 0,0000 "26.1991 464.4141
3 "4.000 330 2.000 600 3.000 002
999. 999. 999. 999. 999.
KruFkll et lit. 1988 Pb20(OH)2

4060000 'PbBr2' -8.1030 5.1800 367.0080
2 1.000 600 2.000 130
999.999. 999.999.999.
Krupka et lit. 1988 Pl_r2

4060001 *PlJrF I 0.0000 8.4_8 306.102/,
3 1.000 600 1.000 130 1.000 270
999.999. 999.999.999.
Krupko et aL. 1968 PtWrF

4360000 'Pbi2' -15.1530 8.0702 461.0089
2 1.000 600 2.000 380
999.999.999.999.999.
Krupkm et mL. 1968 Pbi2

6060004 'PI_(OH)6SO&' 0.0000 "21.0975 1026.9076
4 "6.000 330 4.000 600 1.000 732 6.000 002
999.999.999.999.999.
I(rupka et aL. 1988 PI_(OH)6(S04)

7060006 *PbHP_' - 10.5680 23.8044 303.1793
3 1.000 600 1.000 580 1.000 330
999.999. 999. 999.999.
grupkll et at. 1988 PblIP04

7060007 *Pb3(P04)2* -5.3800 44.3551 811.5427
2 3.000 600 2.000 580
999.999. 999.999. 999.
KrlJ_ et at. 1988 Pb3(P04)2

1060000 *Pb(SCN)2' -8.6340 6.6757 323.3675
2 1.000 600 2.000 734

Krqoko et aL. 1988 Ph(Sat)2
1060002 *PbS2W* -5.6840 2.44)/,9 319.3302

2 1.000 600 1.000 735
999.999.999.999.999.
Krupka et lit. 1ge8

1260000 tCtauothoLite_ -27.9940 21.2258 286.1600
3 1.000 760 1.000 600 -1.000 330
999. 999. 999. 999. 999.
KrlJpb et lit. 1988 Pt_

6160000 ,_' -3.8040 6.8541 350.1576
2 1.000 762 1.000 6OO
999.999. 999.999. 999.
Krupka et mL. 1988 PbGeOA

2085000 'Th02(C)' 0.0000 -6.2849 264.0374
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3 1.000 850 2.000 002 -2.000 330
999. 999.999.999. 999.
Lanomu|r end Herman (1900)

2085001 'Thorianite' O.O000 - 1.7768 264.03?4
3 1.000 850 2.000 002 -2.000 330
999. 999.999.999. 999.
LanomJIr and Herman (1900)

4285000 'ThF4(c)' 0.0000 9.4207 368.0316
2 1.000 85O 4.000 27O
999. 999.999.999. 999.
LangmJir mad Herren (1980)

6085000 'Th(S04)2(c)' 0.0000 20.350 424.1612
2 1.000 85O 2.000 732
999. 999.999.999. 999.
Lanomuir end Herren (1900)

0076000 ISe(hex-btock) * -3.8000 7.7110 78.9600
3 1.000 760 -1.000 330 -2.000 001
999. 999.999.999. 999.
ICrulakaet aL. 1908 k(hex-btack)

0076001 'h(i)' -2.6000 7.1246 78.9600
3 1.000 760 -1.000 330 -2.000 001
999. 999.999.999. 999.

KrlJpkli et lit. 1988 Se(i)
1228001 'Ferrouttte' 0.0000 18.6119 213.7670

4 2.000 760 1.000 280 -2.000 330 -2.000 001
999. 999.999.999. 999.
ICr14]b et liL. 1988 FeSe2

1228000 'FeSe' -0.5050 7.1554, 134.8070
3 1.000 760 1.000 280 -1.000 330
999.999.999.999.999.
Krupkli et lit. 1988 Fde

1295000 'ZnSe* -6.3190 11.4140 144.3500
3 1.000 760 1.000 950 "1.000 330
999. 999.999.999. 999.
Krupkli et lit. 1908 ZnSe

2076100 'k02: -0.3350 -0.1217 110.9588
3 1.000 761 1.000 330 "1.000 002
999. 999.999.999.999.
Krupkli et lit. 1988 Se02

6110000 *BaSe03* 6.2790 -4.1546 264.2852
3 1.000 761 1.000 100 -1.000 330
999. 999.999.999. 999.

Krupkli lit mL. 1988 Ilde03
6115000 *CdeO3:2H20* 4.6490 -2.7853 203.0668

4 1.000 761 1.000 150 2.000 002 -1.000 330
999. 999.999.999. 999.
Kruldm et lit. 1988 C8S003:2H20

6128100 ' Fe2(Se03)3:2H20' 0.0000 20.6606 528.5992
4 3.000 761 2.000 281 2.000 002 -3.000 330
999. 999.999.999. 999.

Krupkm et lit. 1988 Fe2(SeO3)3:ZH20
6128101 'Fe2(Oii)4k03' 0.0000 -1.5253 306.6816

4 1.000 761 2.000 281 4.000 002 -5.000 330
999. 999.999.999. 999.
Kruld_ et aL. 1908 Fe2(OH)4(So03)

6146000 'NgSeO3:6N20' -1.2500 -3.9515 259.3549
4 1.000 761 1.000 460 6.000 002 -1.000 330
999. 999.999.999. 999.
Krupkmet lit. 1988 MoSeO3:6H20

6180000 'SrSe03' 0.0000 -0.2639 214.5782
3 1.000 761 1.000 800 -1.000 330
999. 999.999.999. 999.
Krupkli et lit. 1988 SrSe03

2076200 *Se03' 34.9750 -21.0330 126.9582
3 1.000 762 2.000 330 -1.000 002
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999.999.999.999.999.
KrupkJ et at. 1988 Si03

611000_ *lllkO4* -Z.0110 5.2064 280.2846
2 1.000 762 1.000 100
999.999.999. 999.999.
ICrul_a et al. 1988 lakO4

6115001 'Cslkl04:2NZO' 1.6480 3.0961 219.0662
3 1.000 7&?. 1.000 150 2.000 002
999.999.999.999.999.
ICrq_ et ,t. 1988 r._,eo4:ZH2O

6180001 'SrlklO&' -2.7910 6.7722 230.5776
2 1.000 762 1.000 800
999.999.999.999.999.

ICru_l et aL. 1988 |rkO4
20T;'O00 *ChaLcedony' -4.6200 3.73 60.0843

2 -2.000 002 1.000 T70
6.1'2519e+2 -4.42002e+4 ?.56149e-2 -2.34550e_2 3.31575e46
|03/6 ditto: version ndN.3245 $t02

20T7001 *Crlitobot lte* -4.7800 3.45 60.0843
2 -2.000 002 1.000 T/g
6.S6659e*2 -4.31487e,4 7.41&!Be-2 -2.29102e,2 3.72673e,6
E0316 cktalmm: version m.3245 1102

2077002 '_Jartz' -5.4000 &.O0 60.0843
2 -2.000 OO2 1.000 77O
6.35196e.2 -4.18406e,4 l'.086S3e-2 -2.21131e.2 3.16747e+6
ETL3/6cletsbese: verlion mdss.3245 1102

2077003 'll02(m)' -3.9100 2.71 60.0843
2 -2.000 002 1.000 770
6.32244e.2 -4.0630Se,4 7.40829e-2 -2.2155?e+2 2.92383e_
1103/6 cintra: version 8.3245 SiR

2077904 'Si0_(ppt)' -3.9100 2.87 60.0843
2 -2.000 OO2 1.000 77O
999.999. 999.999.999.
Fetmy et aL. (1984) 1102

8015001 'Ca-OLivine' 54.7430 -37.7318 172.2391
3 -4.000 330 1.000 770 2.000 150
999.999.999.999.999.
Kr14_l lt at. 1988 C_?.liO4

8015002 'Larnlte' 57.2860 -M.47 172.2391
3 -4.000 330 1.000 770 2.000 150
1.33604e,3 -9.30130e,4 1.T/916e-1 -4.74917e,2 5.Z949Se_
Etl3/6 cbtdmm: version mdN.3245 CaZSI04

8015003 'NonttceL Llte' 49.4700 -29.59 156.4661
& -4.000 330 1.000 7'70 1.000 150 1.000 460
1.42273e.3 -9.66417e_ 1.8593&e-1 -5.03923e+2 5.62807e.6
ETL3/6cbtdmee: version m.3245 ¢a1_iO4

8015004 'Nerulnl re' 107._80 -M.5_ 328.7052
& -8.000 330 2.000 770 1.000 &60 3.000 150
2.6S$76_3 -1.83711e,5 3.50326e-1 -9.419S4e*2 1.051Z6e*7
E03/6 cbtdmse: version m.3245 Ce3NglIZ08

8015005 *Akerlmnl tc* 74.1320 -45.32 272.6278
5 -1.000 002 -6.000 330 2.000 770 2.000 150 1.000 460
2.34579e.3 -1.60069e,5 3.0187&e-1 -8.Z9458e*2 9.61937e.6
Eg3/6 dote: version 8.3245 Ca2NgSi207

8015006 ,GohLenlte, 109.3610 -S4.59 2?4.2004
5 -10.000 330 2.000 030 1.000 770 2.000 150 3.000 002
2.2MlOe,,.3 -1.51738e_ 3.23473e-1 -7.95872e.,.2 7.92038e,.6
ETL3/6cbtm: version 1:1_.3245 Ca_t2Si07

8015007 'Cll3SlOS' 106.3860 -73.9068 728.3165
6 -6.000 330 1.000 771) 3.000 150 1.000 002
999.999.999.999.999.
Krupi_ et sl. 1988 Ca3S105

8046000 'Forsterite, 53.,'_790 -27.86 140.6931
3 -4.000 330 2.000 4613, 1.000 770
1.40532e,3 -9.54000e_ 1.83_105e-1 -4.968250+2 5.46755e,6
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ETL3/6cktMxme: version adu.3245 Ng2Si04
8215000 'Dic_tcle' 35.1990 -20.97 216.5504

5 -2.000 002 1.000 150 1.000 460 2.000 770 -4.000 330
2.66145e+3 -1.63194e+5 3.5M?6e-1 -9.49947e+2 9.64580,+6
E03/6 cletebese: version m.3245 CdlgSi206

8215001 'Trmottte, 109.5230 -61.24 812.3665
5 -8.000 002 2.000 150 5.000 460 8.000 770 -14.000 330
?.95&OSe*3 -5.25396e+5 9.83256_-1 -2.80093e.3 3.41802e+7
EG3/6 cbtebese: version m.32.45 C_HgSSlS022(OII)2

8215002 'WoLtastontte' 19.5470 - 13.76 116.1617
4 -1.000 002 -2.000 330 1.000 770 1.000 150
9.1B?41e+2 -6.64976e_ 1.23802e-1 -3.4_017e_2 4.24653et6
ECG/6 clatm: version robs.3245 Cdt03

8215003 *ps-WottMtonite* 21.1170 -13.927/. 116.1617
4 -1.000 002 -2.000 330 1.000 770 1.000 150
999. 999. 999. 999. 999.
grupim et sL. 1968 CaSi03

8246000 *Enstatite* 22.2WK) -11.47 100.3887
4 -1.000 002 1.000 460 1.000 770 -2.000 330
1._901e_3 -8.91876e_ 1.95500e-1 -5.16695e+2 5.23_71e_6
ECG/6 ckt_eu: version adB.37.45 NgSI03

8415000 *Leonhardite* 85.4170 -16.5633 922.8587
5 -1.000 002 -16.000 330 2.000 150 8.000 770 4.000 030
999. 999. 999. 999. 999.
Kr_a st aL. 1988 Ca2AL4S|8024:71120

8415001 *Anorthi re* 70.6800 -24.87 278.2073
4 1.000 150 2.000 030 2.000 770 -8.000 330
2.69626e+3 -1.77098_5 3.63645e-1 -9.52002e_2 1.06T/3e+7
EG3/6 ckltablme: version ackm.3245 CW4tZSi208

8415002 *Llumont| ta* 0.0000 -11.96 470.4370
4 1.000 150 2.000 030 4.000 770 -8.000 330
4.06074e+3 -2.63514e+5 5.12205e-1 -1.42889e.3 1.72564e.7
ECG/6 cletabase: version mdas.3245 CaAL2Si4012:4H20

8415003 'Wairakite* 63.1760 -16.37 434.4064
5 1.000 150 2.000 030 4.000 770 -8.000 330 -2.000 002
4.00970e+3 -2.631064+5 5.07929e-1 -1.40937e+3 1.71013_7
EG3/6 cbtd_me: version ndN.37.45 CeAL2SiIK)12:2H20

8441000 *gaLst Lite* 29.0290 -10.04 158.1629
4 -4.000 330 1.000 770 1.000 030. 1.000 410
1.19654e+3 -?.?gS62e_ 1.S9789e-1 -4.?.3124e+2 4.82163e.6
E_3/6 clatebese: version Ju:kJs.3245 KALSt04

8441001 *Leucite' 22.2450 -6.7501 218.2472
5 -2.000 002 -4.000 330 2.000 770 1.000 030 1.000 410
999. 999. 999. 999. 999.
grq:ka et lit. 1988 KALSi206

8441002 *K-Fetclsper* 12.5200 1.13 278.3315
5 -4.000 002 -4.000 330 3.000 770 1.000 030 1.000 410
2.53904e+3 -1.6_WAe+S 3.11524e-1 -8.91701e+2 1.13997e+7
ECG/6 cllmtatMme:version IWJos.3245 KAtSt306

IK,41003 *High-Smidine* 14.4620 -0.07 278.3315
5 -4.000 002 -4.000 330 3.000 770 1.000 030 1.000 410
2.$?218e+3 -1.67522e+5 3.14802e-1 -9.02903e,*.2 1.15523e+7
E_316 cbtad_ese: version nd88.3245 KALSI3O8

8447000 *Rhodonite* 0.0000 -9.73 1_1.0222
4 1.000 470 1.000 770 -2.000 330 -1.000 002
1.0,?.106e+3 -6.75054e_ 1.28539e-1 -3.60189e+2 4.317&Oe+6
ETL3/6clatabese: version mcbm.3245 NnSi03

8450000 'Nagedt lte' 0.0000 14.3064 532.6483
4 -1.000 330 -9.000 002 1.000 500 7.000 770
999. 999. 999. 999. 999.
I(rupka et st. 1988 NaS17013(Oll)3:3H20

8450001 *AnaLcime* 21.9440 -5.32 220.1540
5 1.000 500 1.000 030 2.000 770 -1.000 002 -4.000 330
2.0MMe+3 -1.33_7e+5 2.59593e-1 -7.28._Ae.2 8.78191e,,6
ECl3/6 database: version mdu.3245 MaALS|206:H20
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8/,50002 *Low-Arbi to0 17.37/,0 -1.91 262.2230
5 1.000 SO0 1.000 030 3.000 770 -4.000 330 -4.000 002
2.658450_3 -1.73_1e+5 3.24270o-1 -9.33008e+2 1.11K37e*7
EG3/6 ditad:Ne: version m.3245 NalAtS1308

8450003 'Hlgh-ALblto* 19.9740 -3.29 262.2230
5 1.000 508 1.050 030 3.000 770 -4.000 330 -4.000 002
3.09719_3 -2.01130e,5 3.78396e-1 -1.08788e+3 1.36211e,7
EG3/6 dmtdmie: version nd_._.4§ lil_lll308

8450004 'Nq_t In,' 33._240 -12.95 142.0544
4 -4.000 330 1.000 TPO 1.000 030 1.000 500
1.34951e,3 -8.824_3e_ 1.78187e-1 -4.76819e+2 5.336/_h_
EG316cbtabNo: version ncbs.3245 MIALSIO&

8450005 *Phi t Iilmlto' 0.0000 -3.45_ 576.5851
6 1.000 505 1.000 /,10 2.000 030 6.000 7?0 -8.000 330 -6.000 002
999.999.999. 999. 999.
Krupka ot at. 1988 hKAL21I6016:2H20

8603000 o_LL_ItoO 39. _lO -8.9739 238.1604
4 2.000 180 2.050 770 1.000 002 -6.000 330
999.999.999.999.999.
KrUldumot mL. 1988 AL2S1305(Oil)4

8603001 oi(soLInlte 0 35.3 -7.435 258.1604
& 2.000 050 2.000 779 1.000 002 -6.000 330
5.S6367e*3 -3.2927Se*5 7.S6645o-1 -1.98589e*3 1.9704]e+7
Reod end Swchor 1989: SOLVEOcktadmeo At2Si205(01i)4

8603002 0pyrophytt tto, 28.4150 1.27 360.3138
4 2.000 030 4.000 770 -4.000 002 -6.000 330
3.65068e,3 -2.36667e,5 4.566164-1 -1.38179e,3 1.59977o+7
E0316 cbtabNo: version m.3245 At2St4010(Olt)2

8615000 'l_rprito* 0.0050 -37.65 398.1867
5 1.000 130 4.050 030 2.000 770 4.050 002 -14.000 330
3.699434_3 -2.39083_5 5.23335o-1 -1.31098o+3 1.33763e,7
E(L3/6 ckmtadueoe:version m.3245 CaAL2(AL2SI2)OIO(OH)2

8615001 'Ca-Montronito 0 0.0050 11.86 424.2930
6 -7.320 330 -2.680 002 0.330 030 20000 281 0.167 150 3.670 770
3.88576_3 -2.457A2e+5 4.98229e-1 -1.36872e,3 1.65074_7
E0316 cbtm: version nndN.3245 Ca.167Fe2At.33113.67010(Ogg)2

8615002 0prohnlto, 78.0590 -33.28 412.3843
4 2.000 150 2.000 030 3.050 770 -10.000 330
6.63611e_3 -3.93553e+5 9.213664-1 -2.37573_3 2.26174e_.7
E0316 cbtadmse: version nd88.3245 Ca2AL2SI3OIO(OH)2

8615002 'Ca-Nontnortttonito, 0.0500 -1.07 366.0_K)
6 0.165 150 0.330 460 1.670 030 4.000 770 -6.000 330 -4.000 002
3.80666o_3 -2.45Tr6e+5 4.77352o-1 -1.33832o+3 1.65248e,7
E03/6 cletabuo: version ack8.3245 Ca.165Ng.33AL1.TSI4010(OIg)2

8628000 OGroonetttoO 0.0000 -22.67 371.7384
4 -6.000 330 3.000 280 2.080 770 1.000 002
2.575_d)e,3 -1.65949e*5 3._20_-1 -9.12023e*2 1.02883e*7
E0316 clatabamo: version redes.3245 Fe381205(01i)4

8628001 'ChLortte-Fo-l' 0.0000 -23.?250 659.1330
6 2.470 TVO 3.130 030 3.290 280 1.050 460 8.120 002 -18.070 330
999. 999. 999. 999. 999.

ICrupkmot it. 1988 Iqg1.05Fe3.29At3.13512.4710(OII)8
8628002 0Chtorito-Fo-2, 0.0000 -22.4970 634.9880

7 2.840 TVO 2.910 0.30 2.610 280 1.160 460 0.120 281 6.640 002 -16.630 330
999.999.999.999.999.
Krul_ ot at. 1968 Mg1.16Fe2.61AL2.91512.84_10(OU)8

86.TS000 OH-Montronlto0 0.0000 12.82 418.0149
5 0.330 030 2.000 281 3.670 770 -6.990 330 -2.680 002
3.82157e_3 -2.41420**5 4.88120e-1 -1.3_97e,3 1.63128e_7
Ea3/6 clataduue: version ndn.3245 HO.33Fe2ALO.33St3.67010(otg)2

8641000 oNuecovl to o 59.4250 -11.02 398.3081
4 1.050 410 3.000 030 3.000 770 -10.000 330
3.65024e4.3 -2.33771e+5 4.83735o-1 -1.28827e+3 1.47877'e_7
ECL3/6clatabeso: version m:bs.3245 KAL3SI3OIO(OH)2

86/,1051 0Annlto0 65.7700 -23.4196 511.8860
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5 1.000 410 3.000 280 1.000 030 3.000 770 -10.000 330
3.66297e+3 -2.37818e+5 4.76959e-1 -1.29460e+3 1.48705e+7
E03/6 databasa: version mbs.3245 KFe3ALSi3OIO(OH)2

86/,1002 'K-Nontron| ta* 0.0000 12.15 430.5830
6 -7.320 330 -2.680 002 0.330 030 2.000 281 0.330 410 3.670 770
3.90054e+3 -2.45701e+5 4.997164-1 -1.37394e+3 1.65745e+7
EO3/6 databasa: version udas.3245 KO.3Fo2ALO.33Si3.67010(OH)2

8641003 *ILLite' 4908550 -7.06 383.9010
6 0.600 410 0.250 460 2.300 030 3.500 770 -8.000 330 -2.000 002
3.72181e+3 -2.39110e,5 4.8liTre-1 -1.31170e+3 1.55908e+7
H3/6 datidgeaa: version ucla.3245 KO.6NgO.25AL2.3St3.SO10(OH)2

8641004 'l(-NontmritLonlte* 0.0000 -0.72 372.3385
6 0.330 410 0.330 460 1.670 030 4.000 770 -6.000 330 -4.000 002
3.90054e+3 -2.45701e+5 4.997164-1 -1.37394e+3 1.65745e+7
E03/6 database: version edna.3245 KO.33NgO.33AL1.67St4010(OH)2

8646000 'Chrysoti Le' 46.8 -32.20 277.1124
4 -6.000 330 3.000 460 2.000 770 1.000 002
-1.32464+1 -1.02171e_ 0.0000 6.1894e+0 0.0000
Nordstrom at at. 1990 Ng3St205(OH)4

8646001 *Phtogopita* 42.3000 -36.59 417.2600
5 -10.000 330 1.000 410 3.000 460 1.000 030 3.000 770
3.77709e+3 -2.46922e+5 4.87728e-1 -1.334_e+3 1.52093e+7
EG3/6 database: version: adas.3245 10403AtSl3OIO(OH)2

8646002 *TaLc' 43.3460 -21.14 379.2657
4 -4.000 002 3.000 460 4.000 770 -6.000 330
3.83698e+3 -2.524364+5 4.67988e-1 -1.34914e+3 1.666064+7
E03/6 database: version udas.3245 NO3Si4010'.OH)2

8646003 *Sap|aL |ta(c)' 0.0000 -30.44 323.9152
4 -1.000 002 4.000 460 6.000 ?'rO -8.000 330
5.54850e+3 -3.63459e+5 6.64905e-1 -1.95181e+3 2.41360e+7
E03/6 database: version Judas.3245 Hg2S|307.5(014) :3H20

86_d)04 'Sap|,Lira(m)' 0.0000 -18.7736 323.9152
4 -0.500 002 2.000 460 3.000 77g -4.000 330
999. 999. 999. 999. 999.
E03/6 datatbase: version mobs.3245 t492Si307.5(ON) :3H20

8646005 q4g-Nontroni tel O.0000 11.90 421.6910
6 -7.320 330 -2.680 002 0.330 030 2.000 281 0.167 460 3.670 770
3.89253e+3 -2.45887e*5 4.984064-1 -1.37025e+3 1.65435e+7
E03/6 databasa: version udus.3245 NgO.167Fa2ALO.33S|3.67010(OH)2

8646006 *Ng-NontilioritLon|ta' 0.0000 -0.96 363.4463
5 0.495 460 1.670 030 4.000 770 -6.000 330 -4.000 002
3.83122,+3 -2.47304e.5 4.80371e-1 -1.346864+3 1.66089e+7
[03/6 database: version adas.3245 NoO.495AL1.67Si4010(OH)2

8646007 'ChLorita-No-Fe-2 t 0.0000 -51.8140 573.8980
7 2.99 770 2.40 030 3.52 460 0.21 281 0.57 280 6.04 002 -16.01 330
999. 999. 999. 999. 999.
grupka at mL1988 Ng3.S2Fe.57Fe.21AL2.4S|2.99010(OH)8

!16/d5_)8 *Chlorite-fig* 158.6200 -73.7040 555.7970
5 5.000 460 2.000 030 3.000 770 6.000 002 -16.000 330
999. 999. 999. 999. 999.
I(rupko et aL 1988 NoSAL2Si3010(OH)8

864_)09 'Chtorita-Mg-Fe-l' 0.0000 -53.2050 584.0570
7 2.97 770 2.47 030 3.24 460 0.99 280 0.07 281 6.12 002 -16.08 330
999. 999. 999. 999. 999.
grlJpka at aL 1988 1493.24Fe.99Fa.O7At2.47Si2.97010(OH)8

8646010 *Kerottte* 0.0000 -25.79 397.30/,1
4 3.000 460 4.000 770 -6.000 330 -3.000 002
999. 999. 999. 999. 999.
Nordstrom at at. 1990 Ng3St/K)10(OII)2:H20

8650000 *Paragonite* O.0000 -14.96 382.2010
4 1.00 500 3.00 030 3.00 770 -10.00 330
3.69690e+3 -2.37884e+5 4.88045a-1 -1.30418e+3 1.49009e+7
E03/6 database: version mdas.3245 NaAL3Si3010(Oil)2

8650001 *Na-Non, rant ta* O.0000 11.81 425.2670
6 -7.32 330 -2.68 002 0.33 030 2.00 281 0.33 500 3.67 770
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3.87M4e+3 -2.44635e+5 4.96340e-1 -1.36632e_3 1.64795e+7
ETL3/6cleteb_e: version m.37.45 Ma.33Fe2AIO.331t3.67010(OH)2

8650002 'Mm-NontmrltLonlte' 0.000 -1.06 367.0215
6 0.33 500 0.33 460 1.67 030 4.00 770 -6.00 330 -4.00 002
3.83920e+3 -2.4743h+5 4.80551e-1 -1.35013e+3 1.66400e_7
ETL3/6cletdxm: verston m.3245 ia.33Ng.33At1.671ii4010(Ofl)2

1074000'|tllmlte' -69.2897 60.1343 339.6800
4 2.000 740 3.000 730 3.000 330 -6.000 002
999. 999. 999. 999. 999.
sehmt (1989) Sb2S3

2074000 ,Sh2030 -4.4949 8.4806 291.4982
2 2.000 740 -3.000 002
999.999.999.999.999.
sehmt (1989) Sb203

2074001 *Sb2_* 16.2723 "3.4033 307.4976
4 2.000 Wd) "2.000 002 "2.000 330 -2.000 001
999. 999. 999. 999. 999.
Seiumt (1989) Sb204

2074100 *lb20S* 0.0000 19.6540 323.4970
3 2.000 741 2.000 330 -7.000 002
999. 999. 999. 999. 999.
setumt (1989) Sb20S

2074002 '_(cub)' -14.6016 19.6610 582.9964
2 4.000 740 -6.000 002
999. 999. 999. 999. 999.
SolumL (1989) Sb406(cub)

2074003 'Sb/d)6(ortho), -8.9850 17.0156 582.9964
2 4.000 740 -6.000 002
999. 999. 999. 999. 999.
Sehmt (1989) Sb4_(ortho)

2074004 '_D(ON)3* 0.0000 7.095 172.7719
1 1.000 740
999. 999. 999. 999. 999.
Seiumt (1989) Sh(ON)3

4174000 'SbCL3' 8.4132 "0.5923 228.1090
4 1.000 740 3.000 180 3.000 330 -3.000 002
999. 999. 999. 999. 999.
Selumt (1989) _CL3

4074000 'Stir3* 5.0739 -1.0532 361.4620
4 1.000 740 3.000 130 3.000 330 -3.000 002
999. 999. 999. 999. 999.
Sehmt (1989) Sb8r3

6080000 'Cetestite* 1.037 6.63 183.6836
2 1.000 800 1.000 732
1.48059622e+4 -7.56968533e+5 2.466092,+0 -5.4363588,+3 4.055360e+7
Mordstramet at. 1990 IRS04

4280000 'STF2' -1.2540 8.3641 125.61M
2 1.000 800 2.000 270
999. 999. 999. 999. 999.
ICruplcuet at. 1988 IrF2

5080000 'Strontllm|te' 0.40 9.271 147.6292
2 1.000 800 1.000 140
-1.550305e+2 7.239594e+3 0.0000 5.658638e+1 0.0000
Norclstromet 8L. 1990 SrCO3 '

2080000'Irl)' 0.0000 "41.89 103.6194
3 1.000 800 1.000 002 "2.000 330 +
4.93520e_2 -4.08680e+4 6.96659e-2 -1.77107e+2 1.69V68e,6
EG3/6 clintldgese:verlton m.3245 IrO

2080001'Sr(ON)2, 0.0000 -27.52 121.6348
3 1.000 800 2.000 002 -2.000 330
3,97958e+2 -2,95065e+4 5,30278e-2 -1,43504e+2 1.13433e+6
E03/6 cktabue: version mdm.3245 SrCOH)2

2089100'Urimlnfre' 18.630 4.700 270.0278
3 -4.000 330 1.000 891 2.000 002
999. 999. 999. 999. 999.
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NEA(1989) U02
2089101 'U02(i)' 26,230 -0.934 270.0278

3 -4.000 330 1.000 891 2.000 002
999.999.999. 999. 999.
NEA(1989) U02(i)

3089100 ,U&09(c)' 101.235 3.384 1096.1106
4 -18.000 330 -2.000 001 4.000 891 9.000 002
999. 999. 999. 999. 999.
NEA(1989) U_9(c)

3089101 ,U306(c) ' 116.020 -21.107 842.0822
4 -16.000 330 -4.000001 3.000 891 8.000 002
999. 999.999. 999.999.
HSA (lm) U306(0)

8089100 'USi04(c)' 14.548 7.620 330.1121 I
3 -4.000 330 1.000 891 1.000 770
999. 999. 999. 999. 999.
NEA(1989) USi04(c)

4289100 'UF4(c)* 18.900 18.606 314.0226
2 1.000 891 4.000 270

999. 999.999.999. 999.
NEA(1989) UF4(c)

4289101 _UF4:2.5H20_ 0.588 27.570 359.0606
3 1.000 891 4.000 270 2.500 002
999. 999. 999. 999. 999.
NEA(1989) UFA:2.5H20

7089100 *U(HPO4)2:4H20_ -3.840 51.584 502.0486
4 1.000 891 2.000 580 2.000 330 4.000 002
999. 999. 999. 999. 999.
NEA(1989) U(HPO4)2:4H20

7015000 *llingyo| te_ 2.270 53.906 504.0822
4 1.000 891 1.000 150 2.000 580 2.000 002

NEA (1969) CaU(PO4)2:2H20
2089300 'U03(C) _ 19.315 -7.719 286.0272

3 -2.000 330 1.000 893 1.000 002
999. 999.999.999. 999.,
NEA(1989) U03(c)

2089301 '6umtte' 23.015 -10.403 286.0272
3 -2.000 330 1.000 893 1.000 002
999. 999. 999. 999. 999.
NEA (1989) U03

2089302 'B-UO2(OH)2' 13.730 -5.544 304.0424
3 -2.000 330 1.000 893 2.000 2
999. 999. 999. 999. 999.
NEA (1989) B-UO2(OH)2

2089303 °Schoep| te* 0.000 -4.820 322.0576
3 -2.000 330 1.000 893 3.000 002
999. 999. 999. 999. 999.
NEA (1989) U03:2H20

5089300 'Rutherfordine' 0.000 14.450 330.0370
2 1.000 893 1.000 140
999. 999. 999. 999. 999.
NEA(1989) U02(C03)

7089300 ' (UO2)3(P04)2' "94.900 49.037 1000.0262
2 3.000 893 2.000 580
999. 999. 999. 999. 999.
NEA (1989) (UO2)3(P04)2

7089301 *H-Autunl re' 3.600 47.931 732.0144
3 2.000 330 2.000 893 2.000 580
999. 999. 999. 999. 999.
NEA (1989) H2(UO2)2(P04)2

7050000 *NlI-Autun| to* 0.460 47.409 7?5.9780
3 2.000 500 2.000 893 2.000 580
999. 999. 999. 999. 999.
NEA (1989) Na2(UO2)2(P04)2
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7041000OK-Autunite* -5.860 /08.244 808.202/,
3 2.000 410 2.000 893 2.000 580
999. 999. 999. 999. 999.
NEA(1909) IQ(UO2)2(P04)2

7049000*Uraphlte _ -9.700 51.749 766.0756
3 2.000 893 2.000 490 2.000 580
999.999.999.999.999.
NEA(1909) (Nil4)2(U02)(P04)2

7046000'lkiteelte, 20.180 43.646 754.3104
3 2.000 893 1.000 460 2.000 580
999. 999. 999. 999. 999.
lirA (1909) Hg(UO2)2(P04)2

7015001*Autunite, 14.340 43.927 770.071K,
3 2.000 893 1.000 150 2.000 580
999. 999. 999. 999. 999.
NEA(1989) Co(UO2)2(P04)2

7080000'Sr-Autunite' 13.050 44.457 817.6184
3 2.000 893 1.000 800 2.000 580
999.999.999.999.999.
NEA(1989) |r(UO2)2(P04)2

7010000'Uranocircite* 10.100 44.631 867.3384
3 2.000 893 1.000 100 2.000 580
999. 999. 999. 999. 999.
lira (1989) h(UO2)2(P04)2

7028000*Basset| re* 19.900 44.485 785.8454
3 2.000 893 1.000 280 2.000 580
999. 999. 999. 999. 999.
NEA(1989) Fe(UOP.)2(P04)2

7023102 *Torbernite j 15.900 45.279 793.5444
3 2.000 893 1.000 23t 2.000 580
999. 999. 999. 999. 999.
NEA(1909) Cu(UO?.)2(P04)2

7060000'Przhevatsklte' 11.000 44.365 937.1883
3 2.000 893 1.000 600 2.000 580
999.999.999.999.999.
tEA (1989) Pb(UO2)2(P04)2

8015000'Uranophane, 0.000 -17.690 766.5176
4 -6.000 330 2.000 893 1.000 150 2.000 770
999. 999. 999. 999. 999.
NEA(1989) Ca(UO2)2SI2OT:H20

5189300 'UO2(N03)2* 20.140 "12.369 394.0380
2 1.000 893 2.000 492
999. 999. 999. 999. 999.
NEA(1989) UO2(N03)2

5189301*UO2(N03)2:2H20' 6.060 "4.851 430.0690
3 t.000 893 2.000 492 2.000 2
999.999.999.999.999.
NEA(1989) UO2(N03)2:2H20

5189302*UO2(NO3)2:3H20* 2.405 "3.642 448.0840
3 1.000 893 2.000 492 3.000 2
999. 999. 999. 999. 999.
NEA(1989) UO2(NO3)2:3H20

5189303'UO2(NO3)2:611200 "4.770 "2.300 502.1300
3 1.000 893 2.000 492 6.000 2
999. 999. 999. 999. 999.
NEA(1989) UO2(NG3)2:61t20

7550000 *Na3U04o 85.635 -59.183 370.9960
5 3.000 500 0.500 891 0.500 893 3.000 002 06.000 330
999. 999. 999. 999. 999.
NEA(1989) Na3U04

7550001'N_U04' 42.490 -30.317 348.0060
4 2.000 500 1.000 893 2.000 002 -4.000 330
999. 999. 999. 999. 999.
NEA(1989) No2U04

7550002*NIQU207* 42.905 "23.966 634.0030
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4 2.000 500 2.000 893 3.000 002 -6.000 330
999.999.999.999.999.
JJEA(1909) XaaJ207'

0090000 oY(tatar) * 0.0000 -42.3665 50.9415
2 1.000 901 3.00O 001
999. 999. 999. 999. 999.
Krupk8et at. 1968 V(tmtat)

2090000 'ro' 0.0000 -13.0940 66.9409
4 -2.000 330 1.000 901 1.000 002 1.000 001
999.999.999.999.999.
Krupkaet aL. 1t)88 VO

4190000'VCt2' 0.0000 -16.5127 121.8469
3 1.000 901 2.000 180 1.000 001
999. 999. 999. 999. 999.
Krupkaet at. 1988 VCt2

3090100'l(aret tenlte' 0.0000 -9.94 149.M12
3 -6.0(Y) 330 2.000 901 3.000 002
-3.00650e+3 1.34522e.t.5 -5.141464-1 1.12020e.o.3 -6.51017e+6
EQ3/6datm: verslm 11_.3245 V203

2090100W(ON)3' 0.0000 -7.6414 101.9635
3 -3.000 330 1.000 901 3.000 002
999.999. 999. 999.999.
Krupkaet et. 1988 V(ON)3

4190100 'VCt3' 0.0000 -21.7784 157.2996
2 1.000 901 3.00O 180
999.999. 999. 999.999.
Krupkaet at. 1988 VCt3

4190101 'VOCt' 0.0000 -9.4841 102.3936
4 1.000 901 1.000 180 1.000 002 -2.000 330
999. 999. 999. 999. 999.
Kru_a et at. 1988 VOCt

3090200 'V2041 28.1200 "8.5393 165.8806
3 -4.000 330 2.000 902 2.000 002
999. 999. 999. 999. 999.
Krupka at at. 1988 V204

2090200'ro(oN)2' 0.0000 -5.8199 100.9556
3 -2.000 330 1.000 902 2.000 002
999.999. 999. 999.999.
grul_a at aL. 1988: uttonita? rO(ON)2

4290200,rF6' 44.9850 -12.8587 126.9351
4 -1.000 002 1.000 902 4.000 270 2.000 330
999. 999. 999. 999. 999.
Krupkaet at. 1988 VF4

6090200*VOS04(c), 20.7150 -3.7001 163.0045
2 1.000 902 1.000 732
999. 999. 999. 999. 999.
Krupkaat aL. 1988 VOS04(c)

7090200' (VO)3(P04)2' 0.0000 25.1560 390.76%
2 3.000 902 2.000 580
999.999.999.999.999.
I(rupka et at. 1988 (VO)3(P04)2

4190200'VOCt2' 28.2040 -12.7671 137.8463
2 1.000 902 2.00O 180
999.999. 999. 999.999.
Krupkaet at. 1988 VOCt2

3090300'V205' 8.3350 1.4623 181.8800
3 -2.000 330 2.000 903 1.000 002
999. 999. 999. 999. 999.
Krupkaet at. 1988 V20S

7315001'Ca(V03)2' 20.2790 -5.7019 237.9574
4 -4.000 330 1.000 150 2.000 903 2.000 002
999.999. 9;)9. 999.999.
I(rupka et at. 1988 Ca(V03)2

7315002'Co3(V04)2' 70.1470 -39.0146 350.1122
4 -8.000 330 3.000 150 2.000 903 4.000 002
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KrUpk, et aL. 19M Co3(V0432
7315003*Ca2V207, 38.1430 -17.4033 294.03_B

4 "6.000 330 2.000 150 2.000 903 3.000 002
999. 999. 999. 999. 999.
Krupk, et at. 1988 Co2V207

7328000*Fo(V03)2i 14.7450 3.8790 253.7264
4 -4.000 330 1.000 200 2.000 903 2.000 002
999.999.999.999.999.
ICrq)kset fit. 1988 Fo(V03)2

lNg(ro3)21 32.6800 "11.2880 222.1844
4 -4.000 330 1.000 460 2.000 903 2.000 002
999.999.999.999.999.
Krupkaet ilL. 1968 Ng(V03)2

73/06001'Ng2V207' 61.0250 "26.3325 262.4888
4 -6.000 330 2.000 460 2.000 903 3.000 002
999. 999. 999.999.999.
I(rupkfi et fit. 1968 Iqt2V207

7349000qUaY03o 3.5991 "2.6901 116.9782
4 -2.000 330 1.000 490 1.000 g9.3 1.000 002
999. 999. 999.999.999.
Krupka ot fit. 1968 (NH4)V03

7350000 'llfiV03' 7.1150 -3.7910 121.9295
4 -2.000 330 1.000 500 1.000 903 1.000 002
999. 999. 999.999.999.
Kn4_fi et fit. 1988 IlfiV03

7350001 *Ma3V04, 44.3100 -36.8259 183.9084
4 -4.000 330 3.000 500 1.000 903 2.000 002
999. 999. 999. 999. 999.
Krupkfiet fit. 1988 lilY04

7350002 'U_,V207* 47.9250 -37.3184 305.8379
4 -6.000 330 4.000 500 2.000 903 3.000 002
999. 999. 999. 999. 999.
Krul_ fit fit. 1988 Ufi&V207

7360000 I Pb3(VO_)2 | 17.39_0 -6,0962 851._78_

4 "8.000 330 3.000 600 2.000 903 4.000 002
999. 999. 999.999.999.
Krupkfi et fit. 1988 Pb3(V04)2

7360001 'Pb2V207' 6.4770 1.9769 628.2788
4 "6.000 330 2.000 600 2.000 903 3.000 002
999. 999. 999.999.999.
I(rupkfi fit fit. 1988 Pb2V207

7302000 'Agr03' 0.0000 "0.7762 206.8079
4 -2.000 330 1.000 020 1.000 903 1.000 002
999. 999. 999. 999. 999.
Krt43kfiet fit. 1988 AilV03

7302001'A82NV04' 0.0000 "1Jdl6S 331.683/*
4 "3.000 330 2.000 020 1.000 903 2.000 002
999. 999. 999. 999. 999.
Krupkfifit fit. 1968 AgHV04

7302002 'Ag3H2VO5' 0.0000 -5.1888 456.5590
4 -4.000 330 3.000 020 1.000 903 3.000 002
999. 999. 999.999.999.
ICrql)kfiot mL. 1988 Ag3H2V05

4190300 °VO2Cto 9.6520 "2.8469 118.3930
2 1.000 903 1.000 180
999. 999. 999.999.999.
Krupkllet fit. 1988 VO2CL

3090101 'V30S' 23.5300 -1.8251 232.8215
4 "4.000 330 3.000 902 2.000 002 2.000 001
999. 999. 999. 999. 999.
grupkaet fit. 1988 V305

3090201 'V407' 39.1650 -7.1723 315.7618
4 -6.000 330 4.000 902 3.000 002 2.000 001
999. 999. 999.999.999.
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Krupka ,t at. 1988 V407
3090202 W6013' -64.82S0 61.2225 513.6412

4 -2.000 330 6.000 903 1.000 002 4.000 001
999.999. 999. 999.999.
grupka et aL. 1988 V6013

5095002 'Nydrozlnclte, 0.0000 -12.6806 549.0124
4 5.000 950 2.000 140 6.000 002 -6.000 330
999.999.999. 999.999.
[rupk, et at. 1968 ZnS,.Otl)6(C03)2

0095000 _Zn(mtlit)' 36.7810 -25.7629 65.3900
2 1.000 950 2.000 001
999.999.999. 999.999.

grq:ka et at. 1968 Zn(mtat)
4195000 ,ZnCt21 17.4860 -7.0279 136.2954

2 1.000 95O 2.000 180
999.999.999. 999.999.
I(rupka ,t at. 1968 ZnCL2

§095000 *&ilthsoni ta* 4.3610 9.87 125.3992
2 1.000 950 1.000 140
1.82_$e,3 -1.02118e*5 2.86246e-1 -6.S7963e+2 6.19169e*6
H3/6 databme: version m.3245 ZnC03

5095001 oZnC03:HZ0' O.0000 10.2662 143.4145
3 1.000 950 1.000 140 1.000 002
999.999. 999. 999.999.
I(rupkli et aL. 1988 ZnCO3:H20

4295000 *ZnF2* 378.4770 1.5180 103.3868
2 1.000 950 2.000 270
999.999.999. 999.999.
Krupk, et aL. 1988 ZnF2

2095000 ,Zn(Oil)2(m) ' 0.0000 - 12.4519 99.4047
3 -2.000 330 1.000 950 2.000 002
999.999.999. 999.999.
Krupkmet lit. 1988 Zn(Oil)2(ul)

2095001 'Zn(Oil)2(c)' 0.0000 - 12.1991 99.40/,7
3 -2.000 330 1.000 950 2.000 002
999.999.999.999.999.
grupka et lit. 1988 Zn(Oti)2(¢)

2095002 ,Zn(Olt)2(beta), 19.9910 -11.8802 99.4047
3 -2.000 330 1.000 950 2.000 002
999.999. 999. 999.999.
Krupkli et lit. 1968 Zn(Oli)2(beta)

2095003 'Zn(Otl)2(gamm)' 0.0000 -11.8289 99.4047
3 -2.000 330 1.000 950 2.000 002
999.999.999. 999.999.
grupkli et aL. 1988 Zn(Ofl)2(gamm)

2095004 *Zn(OH)2(eps)' 19.6710 -11.6090 99.4047
3 -2.000 330 1.000 950 2.000 002
999. 999. 999. 999. 999.

Krupka lit lit. 1988 Zn(Ofl)2(epe)
4195001 'Zn2(Olt)3Ct ' 0.0000 -15.1764 217.2547

4 -3.000 330 2.000 950 3.000 002 1.000 180
999. 999. 999. 999. 999.

Krupkli at lit. 1988 In2(Olt)3Ct
4195002 'ZnS(Oll)SCt2, 0.0000 -38.4985 533.9141

4 -8.000 330 5.000 950 8.000 002 2.000 180
999.999.999. 999.999.
Krupkli et lit. 1988 Zr6(ON)SCL2

6095000 'Zn2(OII)2W,' 0.0000 -7.5006 260.8583
4 -2.000 330 2.000 950 2.000 002 1.000 732
999. 999. 999. 999. 999.
I(rupkli et at. 1988 ZrQ(OH)2S04

6095001 'Z_(OH)6S04' 0.0000 "28.3988 459.6676
4 "6.000 330 4.000 950 6.000 002 1.000 732
999.999. 999. 999.999.
Krupkli et lit. 1988 Z_(OH)6(S04)
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5195000 'Zn(NO3)2:6H20' -6.6370 -2.5581 297.4916
3 1.000 950 2.000 492 6.000 002
999.999.999.999.999.
Krupka et aL. 1968 ZnCNO3)2:6H20

2095006 'Zlnctte' 21.8560 -11.21 81.3894
3 -2.000 330 1.000 950 1.000 002
3.9203_e+2 -2.58668e_ 5.75170e-2 -1.403TSe+2 1.21831e+6
E(i316 dltabwe: version ludN.3245 ZnO

6095002 'Zn30(S04)2' 62.0099 -19.0195 404.29_
4 -2.000 330 3.000 950 2.000 732 1.000 002
999.999.999.999.999.
Krupka et aL. 1988 Zn30(S04)2

7095000 *Zn3(PO4)2:4H20' O.0000 32.182& 458.1738
3 3.000 950 2.1)00 580 4.000 002
999.999.999.999.999.
Krq_k, et eL. 1M8 Zn3(PO4)2:4H20

1095000 'ZnS(m)' -3.6700 9.0516 97.4560
3 -1.000 330 1.000 g50 1.000 730

K_pkll et lit. 1908 ZPA(MI)
1095001 'Sphateri re' -8.2420 11.44 97.45_)

3 -1.000 330 1.000 950 1.000 730
1.0737_+3 -5._ 1.651_e-1 -3.STi_4e+2 3.61312e+6
E03/6 databeu: version adu.3245 ZnS

1095002 ,tAirtzite _ -5.0520 9.16 97.4560
3 -1.000 330 1.000 g50 1.000 730
2.03701e+3 -1.13/dGe+5 2.99995e-1 -7.33247e+2 6.89574e+6
E03/6 databese: version udu.3245 ZnS

8295000 'ZnSI03* 16.2210 -2.9268 141.4737
4 -2.000 330 -1.000 002 1.000 950 1.000 770
999.999.999.999.999.
KrUl]ka et lit. 1988 Zn$tCL3

8095000 'VI ttmite' 31.3220 -13.8329 222.8631
3 -4.000 330 2.000 950 1.000 770
999. 999.999.999.999.
Krupkll et lit. 1968 Zn2S|04

6095003 *ZincosJte _ 19.2079 -3.51M 161.4536
2 1.000 950 1.000 732
999. 999.999. 999.999.
Krupk8 et lit. 1988 ZnS04

6095004 'ZnS04:H20' 10.6360 0.5732 179.4689
3 1.000 950 1.000 732 1.000 002
999. 999.999.999.999.
Kr14_kaet lit. 1988 ZnSO4:H20

6095005 'Btanchite' 0.1630 1.7658 269.5453
3 1.000 950 1.000 732 6.000 002
999. 999.999.999.999.

ICrUl:k8 et aL. 1968 ZnSO4:(dQO
6095006 '6ostarite' -3.2930 1.9593 287.5606

3 1.000 950 1.000 732 7.000 002
999. 999.999.999.999.
Krt4Dkaet Irl. 1988 ZnSO4:TH20

40_000 'Znir2:21RO' 7.5170 -5.2093 261.2286
3 1.000 950 2.000 130 2.000 002
999.999.999.999.999.
KruFk8 et aL. 1988 ZnBr2:2H20

4395000 :Znl2: 112.8830 "7.2272 319.1989
2 1.000 950 2.000 380
999, 999. 999. 999. 999,
Kr_ipka at aL. 1988 Znl2

0000000
0000000
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APPENDIXF

CONPLETELISTING OF THE GAS_RDX.DAT(4.00)DATAFILE

GAS_RDX.DATThemochemlcat Data for Nonltorsd Species
FILe History:
Date Version Person Action
08/03/90 LJC lieu Oatabaee PIIREEOE(1990)
09/23/91 4.00 TE Changed input to 4-t|ne, free forget.

eo en e o e eooe o_OB oa eco e e _ o e Ioo ieoeo oe_ee eog IOOiBB OaR eoeliolii O !o Be O

1: lD lm _Lta H L_ K GFI/
2: n $1 lD $2 lD .... etc
3: el a2 s3 a4 aS
4: Reference
lelOlllillllilleilOillllOilllllllilillOllOllllllOlillOllllllllOll

ST_.
Version 4._
2802810 ' Fe*_,yFe*3' 9.68 -13.01 0.0000
3 1.080 280 -1.000 281 -1.000 001
9.06142e+3 -5.11520e+5 1.28888e*0 -3.26601e+3 3.00780e.7
EL316 datadmu: version mdas.3245

2302310 'Cu*-_Cu+2' -1.6500 -2.72 0.0000
3 1.000 230 -1.000 231 -1.000 001
-2.75908e+2 1.63422e.4 -4.29484e-2 9.76193e+1 -9.22882e+5
E0316 database: version mles.3245

4704710 *Nn_2-YNr_3* 25.8 -25.59 0.0000
3 1.080 4?0 -1.000 471 -1.000 001
2.586S2e+3 -1.44821e+$ 3.96914e-1 -9.43973e.2 8.09604e_
|03/6 datm: version acles.3245

7307320 *HS"]*S04"2' "60.1460 "33.68 0.0000
5 1.000 730 4.000 002 "1.000 732 "9.000 330 "8.000 001
-8.60888e.2 4.49047e4,4 -1.40733e-1 3.05790e.2 -3.38712o.,6
ETL316datdmee: version mdN.3245

2002010 *Co'2-)Co+3' -35.9000 -32.99 0.0000
3 1.000 200 -1.000 201 -1.00 001
-2.OT_35e+2 4.10862e+3 -3.4939Se-2 7.22422e+1 -7.00140e+S
E0316 datdNmee: version rides.3245

2112120 'Cr(Oll).2=)Cr(Y,-2* O.O000 -72.7744 0.0000
5 1.000 211 3.000 002 -1.000 212 7.000 330 -3.000 001
999. 999. 999. 999. 999.
grt_a et aL. 1988.

4914920 *NO2"u]q103-' 43.76 "27.76 0.0000
5 1.000 491 1.000 002 -1.000 492 -2.000 330 -2.000 001
-2,04746eo.1 -6.12391e+3 -4,09355e-3 6,49242e4.0 -1,40884e+5
ECL3/6datatxme: version adas.3245

4904920 '11144.-)N03-' 187.6200 "119.14 0.0000
5 1.000 490 3.000 002 -1.000 492 -10.000 330 -8.000 001
-5.53007e+2 -8.90406e+2 -9.48586e-2 1.97936e+2 -2.19086e.6
ECl316databese: version mbs.3245

4904910 'NH4.IN02- ' 0.0000 -91.38 0.0000
5 1.000 490 2.000 002 -1.000 491 "8.000 330 -6.000 001
-5.32532e.2 5.23549e.3 -9.07651e-2 1.914_3e,2 -2.04996e,6
ETL316database: version mdas.3245

0600610 *__*ll3Al04' 30.015 "19.39 0.0000
5 1.000 060 1.000 002 -1.000 061 -2.000 330 -2.000 001
-1.09_2e+3 4.94122e_ -2.05603e-1 4.05960e*2 -2.92394e_
E03/6 datm: version adas.3245

0020030 'N20,,,:,<)2(g)' 68.3150 -41.55 0.0000
3 1.000 002 -2.000 330 -2.000 001
3.92367e+0 -1.27448e_ -2.46917e-3 -5.1362Se-1 o6.40957e_
E0316 databeee: version ndas.3245

0020031 'H20_)O2(aq)' 66.917 -43.00 0.0000
4 1.000 002 -0.500 003 -2.000 330 -2.000 001
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-1.08243e*2 -5._29e_3 -1.19015e-2 3.TrlMle+l -4.07137e+5
B;L3/6dotobooe:verl|on mdu.3245

4704720 ,Nn+2=_nO4-' 196.6210 -127.80 0.0000
5 1.000 470 4.000 002 -1.000 472 -8.000 330 -5.000 001
-1.27131e+2 -2.97109e_ -3.23536e-2 4.7_05(_+1 -7.26_5e+5
EG3/6dotobme: version ndu.3245

4704730 ,Nr_2-_VV)4-Z' 169.9510 -118.41 0.0000
5 1.000 470 4.000 002 -1.000 473 -8.000 330 -4.000 001
-1.14T/'Lm+3 3.3_10e_ -1.87231e-1 4.132_2e+2 -4./_;29e_
E03/6 (btdxme: version m,3245

7607610'HSe',_#f403- ' 70.1650 "44.87 0.0000
5 1.000 760 3.000 002 -1.000 761 -7.000 330 -6.000 001
7.71U2e+1 -1.54742e_ 2.TidS37e-3 -2.933(N?.e_11.434_o+5
E03/6 dltob_e: vers|on ndlm.3245

7617620 ' HSoO3-=_,Io04-2' 0.0000 "36.31 0.0000
5 1.000 761 1.000 002 -1.000 762 -3.000 330 -2.000 001
-7._1e+2 3.502_e_ -1.24522e-1 2.74127e+2 -2.84204e,6
ECGI6database: version sdu.3245

8918930 'U_=_02.2' 0.0000 "9.0S 0.0000
$ 1.000 891 2.000 002 -1.000 893 -4.000 330 -2.000 001
2.31292e.3 -1.39347e+5 3.1SS2h-1 -8.24585e+2 8.1S020e+6
EG3/6detabeee: version mlu.3245

8918920 'U4_=:'IJ02+' 0.0000 "7.58 O.0000
5 1.000 891 2.000 002 -1.000 892 -4.000 330 -1.000 001
4.12489e,3 -2.51222e_5 5.57852e-1 -t.46692e+3 1.54298e+7
E03/6 detdmee: version nde8.3245

8_OFS0 'UO2.n_JO2+2' 0.0000 -1.47 0.0000
3 1.000 892 -1.000 893 -1.000 001
2.82442e_ -1.437_34_ 4.6_52e+0 -1.03731e_4 7.58628e+7
E(L3/6database: version md88.3245

9009010 'V+2=>V+3' 0.0000 4.25 O.0000
3 1.000 g90 "1.000 901 -1.000 001

I(rupko et eL. 1968.
9019020'V+3=)VO+2' 0.0000 -5.79 0.0000
5 1.000 901 1.000 002 -1.000 902 -2.000 330 -1.000 001
-1.665764+3 7.78520e_ -2.83951e-1 6.16755e_2 -3.TMMe_
E0316databue: version ndm.3245

9029030'VO+2=)V02+' 0.0000 -16.93 0.0000
5 1.000 902 1.000 002 -1.000 903 -2.000 330 "1.000 001
2.07615e.2 -1.78783e_ 3.ILl, e-2 -7.41gr_e+1 8.52351e.5
E_316detabNe: version ndN.3245

4804810 'Mo_3=:_04"2' 0.0000 -29.77 0.0000
5 1.000 480 4.000 002 "1.000 481 "8.000 330 "3.000 001
999.999.999.999.999.
_rupka et at. 1908

7407410'Sb(Oil)3=)SlXOil)6-' 0.0000 -29.3707 0.0000
5 1.000 740 3.000 002 -1.000 741 -3.000 330 -2.000 001
999.999.999.999.999.
Kruplmet eL. 1988

1701710'Ce*3-)Ce_' M.0019 29.4651 0.0000
3 1.000 170 -1.000 171 -1.000 001
999.999.999.999.999.
Petereonlt ot, 1906

3301403'(:02(9)' -0.962 18.149 41.0100
3 1.000 140 2.000 330 -1.000 002
3._181e,2 -1.gW51e_ 7.33674e-2 -1.24_2e+2 1.573Me_
Mordltromet It. 1990

7330020'1;02(0)' 0.000 8.94 64.0628
3 1.000 ?33 2.000 330 -1.000 002
-3.52737e,1 2.01450e+3 2._371e-2 1.23639e+1 -9.07027e_
6oLdbergand Porker 1985

0000000
0000000
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APPENDIXG

COMPLETEL]ST]N6 OFTHEPRCOEF.DAT(4.00)DATAF]LE

PRCOEF.DATdateftte conteining coefflclanta for cerrectlng
equiLibrium constants for pressure. Created by B. lass

U. HoNdmn(196§).

Date description: Line 1: ID ruaber, species nem, end values
of conetanta el, bl, and cl for
describing molar vottmee ms •
poLynomiaLfunction of temporetura.

Line 2: Vetuu of constenta 02, II)2, and c2 for
ducrlblng compreee|bftlt|es am
potynmfet functions of temperature.

STOP.
Vera|on 4.00
3300020 OH- -0.2575E+02 0.2416E+00 -0.3767E-02

-0.6927E-02 0.9990E-04 -0.2700E-07
4607320 XOSO4(eq) O.1439E+02 -0.37ME+O0 0.54_E-02

0.1826E-01 -0.19561[-03 0.22172-05
1507320 CoSO4(eq) 0.3155E+02 -O.MIOE+00 0.4899E-02

O.M60E-02 -0.1956E-03 0.22172-05
5007320 Mea04- O.2259E+02 -0.3814E+00 0.&39_-02

0.1556E-01 -0.27571[-03 0.32172-05
4707320 MnSO4(aq) O.13972+02 -0.3810E+00 0.4JiOM-02

O.O000E+00 O.O000E+00 O.O000E+00
2317320 CuSO4(oq) 0.16072+02 -0.28_E+00 0.34081[-02

O.O000E+00 O.O000E+00 O.O000E+00
9507320 ZnSO4(oq) O. 15972+02 -0.3575E+00 O./dJ28E-02

O.O000E.O0 O.O000E+00 O.O000E+00
54073:)0 MI104(ICl) 0.7320E+01 -0.3540E.00 O.#ddlSE-02

O.O000E+00 O.O000E.O0 O.O000E+00
3301400 HC03- O.2981E+02 -0.1150E+00 0.18161[-0?.

O.574_-02 -0.9300E-O& O.18961[-05
3307320 HS04- O.229_+02 -0.1149E+00 0.2597E-02

0.1043E-01 -0.2240E-03 0.30561[-05
3307301 S-2 -0.31001[+02 0.20141[+00 -0.2294E-02

O.O000E_X) O.O000E+00 O.O000E+00
28173/,0 FeSCN+2 O.2050E+02 -0.1691E+00 O. 12tlE-02

O.O000S+00 O.O000E+00 O.O000E+00
2113300 Ct+3 0.27372+02 -0.1640E-01 0.4620E-03

O.O000E+00 O.O000E+00 O.O000E.O0
2123302 Cr207-2 0.63971[+02 -0.61ME.O0 0.Ldl971[-02

O.O000E+00 O.O000E+00 O.O000E+00
6041001 ALunite O. 1385E+03 -0.5899E+00 0.67461[-02

0.00001+00 O.O000E.O0 O.O000E+00
6015000 Anhydrite O.5629E+02 -0.3810E4_0 0.4Ji99E-02

0.1786E-01 -0.1956E-03 0.22172-05
5015000 ArNIoni te 0.6250E+02 -0.3970E+00 0.5155E-02

0.1847E-01 -0.19561[-0.3 0.22172-05
5046000 Artinfte O.5896E+07. -0.4276E.00 0.610_-02

0.2411E-01 -0.32271[-03 0.703M-05
4210000 BsF2 O.574_E+02 -0.3951E+00 0.51691[-0?.

0.2001E-01 -0.2336E*03 O.14761[-05
6010000 Derite O.5834E+02 -0.4254E+00 0.48491[-02

O.1930E-01 -0.1956E-03 0.22172-05
2003001 Boehatte 0.25/,1)1[+02 O.1840E-01 -0.4_20E-03

O.O000E+00 O.O000E+00 O.O000E+00
2046000 Bructte O.1061E+02 -0.6840E-01 0.11381[-02

O. 6796E-02 -0.3MOE-04 Oo14272-05
5015001 CaLcite 0.6528E+02 -0.39701[+00 0.5155E-02

0.1847E-01 -0.1956E-03 0.22172-05
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6080000 Cetuttte 0.5543E+02 -0.2922E4_0 0.3208E-02
O. 1947E-01 -0.194_-03 0.2212E-05

Chrysot ! Le 0.478M_02 -0.25121[+00 0.4569E-02
0.2583E-01 0.5410E-04 -0.13991[-05

U#d_)O Ct inoenstlte O. 1723E+02 -0.9600E-01 O. 1831E-02
O. 9777E-07. O.5950E-O& -0.1977E-05

2077001 Crtstobet tte 0.73491[+01 -0.1640E-01 0.4620E-03
O.2#dS_E-02 0.6220E-04 -0.2266E-05

2003002 DIMpore O.2362E+02 O.1840E-01 -0.4_20E-03
O.O000E+O0 O.O000E.O0 O.O000E*O0

8215000 Diopside 0._+_ -0.2022E4_0 0.3153E-02
0.1915E-01 0.11gOS-03 -0.3954Eo05

5015002 DoLomite O. 1238E4_3 -0.78ME+O0 O.1082E-01
0.373_-01 -0.3912E-03 0.4424E-05

6046000 Epumite 0.3267E+02 -0.306_+00 0.3791E-02
O. 14_dS-01 -0.4133E-03 0.101&E-O&

8(A6003 kptot It(c) 0.44541[44)2 -0.1782E¢_0 0.3315E-02
0.2021E-01 0.7235E-04 -0.2255E-05

6028100 Fe,?.(S04)3 O. 190_+03 -0.8520E+00 O.114_-01
O.O000E+O0 O.O000E+(X) O.O000Ec<X)

4215000 Ftuorlte O.5025E4_. -0.3514E+00 O.5219E-Od!
0.18S7E-01 -0.2336E-03 0.1476E-05

80&6000 Forstertte 0.3370E+02 -0.1736E.00 0.3200E-02
0.170_-01 0.5680E-04 -0.16ME-05

2003003 6|bbs| re(c) O. 1965E+02 0.2760E-01 -0.6930E-03
O.O000E+O0 O.O000E+O0 O.O000E+O0

2028102 6oethtte 0.2818E+02 O.1840E-01 - O.4_?.OE-03
O.O000E4_O O.O000E_)O O.O000E+O0

8628000 Greenat ! te 0.6657E+02 -0.2137E+00 0.2449E-02
O.O000E_X) O.O000E_X) O.O000E*O0

6015001 Gypeue O.4JITOE4_. -0.3626E*00 0.4_37E-02
O. 16831[-01 -0.2571iE-03 0.4_78E-05

4150000 Net|re O. 1394_+02 -0.1870E_00 O.1850E-02
O.7640E-02 -0.16371[-03 O.1800E-05

2028105 Hit|re 0.6316E4.02 0.2760E-01 -0.69301[-03
O.O000E+O0 O.O000E+O0 O.O000E_)O

5015003 Hun|t|te 0.24_1E4_3 -0.15571[+01 0.2215E-01
0.7508E-01 -0.7824E-03 0.8848E-05

50/,6001 ltydromgnest t O. 1601E+03 -0.1579E*01 0.2287E-01
0.8021E-01 -0.9406E-03 O.lldlOE-04

6050000 Jlros| re-Ma O.15_+_ -0.610_ O.M16E-02
O.O000E+O0 O.O000E.O0 O.O000E+O0

6041002 Jaroe| te-K O. 15271[+03 -0.5899E+00 0.674_E-02
O.O000E+O0 O.O000E+O0 O.O000E*O0

6028101 Jarosite-H O. 1300E+03 -0.50361[.00 0.5999[-02
0._+_ O.O000E_X) O.O000E_O

1028002 Xecktnautte O.2900E.02 -0.16561[44)0 O.1&?.TE-02
0.000_+00 O.O000E+O0 O.O000E_)O

5046002 I_gnes| te O.5908E+02 -0.3868E+00 O.5664E-02
0.1MTE-01 -0.1956E-03 0.2212E-05

3028000 Nlgnet | te 0.8524E+02 -0.37501[-01 -0.3070E-04
O.0000E44)0 O.O000E+O0 O.O000E_)O

6028000 Netantertte 0.3605E.02 -0.2939E+00 0.3084E-02
O.O000E+O0 O.O000E+O0 O.O000E*O0

6050001 Nir_bt t ! te 0.35_E+02 -0.3868E+00 O.2670E-02
O. 1552E-01 -0.638_ -03 O.1470E-04

50_dS_O.3 Mesquehontte 0.52021[+0?. -0.3592E+00 0.4971E-02
0.17321[-01 -0.28891[-03 0.5611E-05

8646001 Phtogop|te 0.8752E+02 -0.3375E+00 0.5316E-02
O. O000E¢.O0 O.O000E.O0 O.O000E.O0

2077002 _Jartz 0.4298E+01 -0.184aE-01 0.4620E-03
0.24641[-02 0.6220E-04 -0.2266E-05

864_S_)4Sep|ot t re(m) 0.4_5_E*02 -0.1782E+00 0.3315E-02
0.2021E-01 0.7235E-04 -0.2255E-05

5028000 Siderite 0.6412E+02 -0.37431[+00 0.4957_-02
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O.O000E+O0 O.O000S+O0 O.O000E+O0
20?7003 Stm(a,llL ) 0.8880E+01 -0.1840E-01 0.4620E-03

0.244_E-02 0.6220E-0+ -0.2266E-05
4280000 SrF2 0.5417E.02 -0.262_+00 0.3528E-02

0.20181[-01 -0.2326E-0.3 O.147_-05
5080000 $tront |anl ta 0.66191[+02 -0.3082E+00 0.3_E-02

0.2008E-01 -0. lW_E-I)3 0.22121[-05
8646002 TaLc 0.5697E.02 -0.2972E+00 0.5724E-02

0.3128E-01 O.2096E-0.3 -0.706_E-05
6050002 Thermrdite O.5067E.02 -0.4788E+00 0.4_i0E-02

0.206_-01 -0.32741[-I)3 0.336t-05
8215001 Trmotite 0.13131[+03 -0.7014WS+00 O, '_20X-01

0.6959E-01 0.4476E-03 -0.1497E-04
5010000 Mtthartte 0.7005E+02 -0.44141[+00 0.5105E-02

0.1991E-01 -0.1956E-0,3 0.2212E-05
5047000 Rhodochrosit O.S931E.02 -0.3970E+00 O.SO64E-02

O.O000E.O0 O.O000E.O0 O.O000E.O0
4147000MnCL2:4H20 O.125&E.l_)2 -0.239&E+00 0.260&E-02

O.O000E+O0 O.O000E+O0 O.O000E+O0
604?000 MNS04 0.531ME.02 -0.3811)1[+00 0.4808E-02

O.O000E+O0 O.O000E+O0 O.O000E+O0
1023101 Covett ! te 0.3068E+02 -0.9130E-01 0.9333E-03

O.O000E+O0 O.O000E+O0 O.O000E+O0
4223100 CuF2 0.5786E+02 -0.25_E+00 0.4128E-02

O.O000E+O0 O.O000E+O0 O.O000E+O0
4223101 CuF2:2H20 0.44471[+02 -0.2360E+00 0.3_E-02

O.O000E.O0 O.O000E.*,O0 O.O000E+O0
2023100 Cu(Otl)2 0.2039E+02 O.1840E-01 -0.4_.0E-03

O.O000E+O0 O.O000E.O0 O.O000E.O0
4123101 Atacami te 0.414/dE+02 -0.6200E-01 0.§710E-03

O.O000E+O0 O.O000E+O0 O.O000E+O0
5123100 Cu2(OH)3M03 0._50E+02 -0.1617.E+00 O.1291E-02

O.O000E+O0 O.O000E+O0 O.O000E+O0
6023100 AntLertte 0.9229E+02 -0,2472E+00 0.2884E-02

O.O000S+O0 O.O000E+O0 O.O000E+O0
6023101 Ilrochutt | ta O.104_E+03 -0.2288E+00 0.24221[-02

O.O000S+O0 O.O000S.O0 O.O000E.O0
2023101 Tenor| te 0.2181E.02 0.9200E-02 -0.2310E-03

O.O000E.O0 O. O000E,*.O0 O.O000E.O0
6023104 CuSO+ 0.5938E+02 -0.21_OE+O0 0.3808E-02

O.O000E+O0 O.O000E+O0 O.O000E.O0
6023105 Chatclmth| te 0.34_2E+02 -0.2380E+00 0.26§3E-02

O.O000E+O0 O.O000E*O0 O.O000E+O0
2023102 D|optase 0.2080E.02 O.O000E+O0 O.O000E+O0

O.O000E+O0 O.O000E+O0 O.O000E.O0
1023102 ChaLcopyrite 0.624_+02 -0.2569E_)0 O.27(_)E-02

O.O000E+O0 O.O000E.O0 O.O000E.O0
4195000 ZnCt2 0.368_+02 -0.2527E+00 O.35&SE-02

O.O000E+O0 O.O000E+O0 O.O000E+O0
§0_000 ali| thsoni ta O.S982E+02 -0.373SE+00 O.SOI_E-02

O.O000E+O0 O.O000E+O0 O.O000E+O0
42_000 ZnF2 0.4978E+02 -0.3279E+00 0.51/_E-02

O.O000E+O0 O.O000E.O0 O.O000E.O0
2095000 Zn(OH)2(m) O.1901E+02 -0.5510E-01 0.5580E-03

O.O000E+O0 O.O000E+O0 O.O000E+O0
2095001 Zn(OH)2(c) O.1901E+02 -0.5510E-01 0.5580E-03

O.O000E+O0 O.O000E.O0 O. O000E.*.O0
2095002 Zn(OH)2(b) O.1901E+02 -0.5511)1[-01 0.5580E-03

O.O000E+O0 O.O000E+O0 O.O000E+O0
2095003 Zn(OH)2(g) O.1901E.02 -0.5510E-01 0.5580([-I)3

O.O000E+O0 O.O000E+O0 O.O000E+O0
2095004 Zn(OH)2(a) O.1901E+02 -0.5510E-01 0.5580E-03

O.O000E+O0 O.O000E+O0 O.O000E+O0
5195000 ZnMO3)2:6H20 0.6810E.01 -0.3959E+00 0.3602E-02

O.O000E.O0 O.O000E+O0 O.O000E+O0
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2095005ZnO(actlye) O.1897E+02 -0.6430E-01 Oo7890E-03
O.O000e¢_O O.O000E,O0 O.O000e,O0

2095006Zinc|to O.1897E44)2 -0.6430E-01 0.7890E-03
0.0000e_)0 0.0000t_)0 0.0000E+00

109S001IphaLorlto 0.2913E_)7. -0.16kSE4<)0 0.195M-02
0.00001_)0 0.0000E*00 0.0000e_0

1095002Wurtzlto 0.2915E44)2 -0.1648E_00 0.195M-07.
0.000_X) 0.000_+00 0.0000E_X)

8295000ZnSIO3 O.2760E_)2 -0.UTOE-01 0.1251E-07.
0.00001*00 0.0000E4_X) 0.0000e_)0

8095000Ylttmlto 0o4329E44)2 -0.14?0E+00 0.2040E-02
0.0000E_00 0.0000E_X) 0.0000E+00

6095003Zincoelto 0.55118+02 -0.3575E4_0 0.4821-02
O.O000S_O 0.000_4<)0 O.O000E4<X)

6095005lilmchl to O._,T2E*02 -0.3023E+00 O.3/_2E-02.
O.O000E_O0 O.O000E*O0 0.000_)0

6095006GoeLorlte 0.3215E_02 -0.2931|_X) 0.3211E-02
0.0000E+00 0.0000e_0 0.0000E,00

43_000 Zni2 0.2321E_)2 -O._X) O.3_0E-02
O.O000E,O0 O.O000S,O0 O.O000E_X)

5016000Otavlto 0.6434E*02 -0.37&_0 0.4951E-02
0.000_+00 0.000N+00 0.00001+00

4116000CclCL2 O.33i_.02 -0.2S]4E*O0 0.3_15E-02
0.0000E+00 0.0000E,00 0.0000E_)0

4116002CdCL2:2.SH20 O.1171_02 -0.2304E_0 0.2837E-02
O.O000e_)O O.O000e_)O O.O0001*O0

4216000CdF2 0.500_,E*0?. -0.3286E_<X) 0.50158-02
0.0000E+00 0.0000E_)0 0.0000_0

2016000Cd(011)2(m) 0.1496E,02 -0.5580E-01 0.42471[-03
0.0000E_X) 0.0000E+00 0.0000E440

2016001Cd(ON)2(c) O.l&W_+02 -O.5SlIOE-01 0.42&?E-03
0.0000_*00 O.O000E_X) O.O000E_)O

2016002IMntqxml to O.187'1E+02 -0.6500E-01 . O.(LqSTE-03
O.O000i+O0 O.O000E,O0 O.O000E_X)

8216000CdSl03 0.2297E_02 -0.8340E-01 0.1118E-02
0.0000S_0 0.0000E_X) 0.0000E_X)

601600] Coli06 0.564_)2 -0.3582E_)0 0.4_SE-02
0.000_,00 0.0000E_0 0.0000E_X)

6016004CcEO&:1H20 0.5343E*02 -0.3&gOE_O 0.4J_i4E-02
O.O000e,O0 0.0000_,00 0.0000_,00

1016000Greonock_to 0.3373E_)2 -0.1655E_00 0.1820E-07.
0.0000E*00 0.0000E_X) 0.0000E+00

4316000Cdl2 0.18918+02 -0.3676E_)0 0.3787E-07.
0.0000_*00 0.0000E_X) 0.0000E+00

4160000Cotunn!to 0.3135E_02 -0.2535E+00 0.3101E-02
O.O_OE_O0 O.O000L_)O o.ooooe,oo

4160002Phoellenlto 0.9670E_02 -0.6278E+00 0. Tr39E-07.
0.000_,00 0.0000E_0 0.0000_X)

5060000Cerruslto 0.6633E*02 -0.3743E*00 0.463_-02
0.0000_40 O.O000E+O0 O.O000e*O0

4260000;q_v2 0.52861_2 -0.3281_)0 0.4701E-02
O.O000E,O0 O.O000E_)O O.O000E_)

2060000I_micot 0.219_D2 -0.6510E-01 0.3423E-03
O.O000E_X) O.O000E_O O.O000E_O

2060001L| tharlle 0.22WdE_2 -0.6510E-01 0._3E-03
0.000_00 0.000_,00 0.0000e_X)

8260000PI_03 0.240_R -0.83S0_-01 0.8043E-03
0.0000e_X) 0.0000E_0 0.0000e_X)

6060003Anetulte O.5569E_)2 -0.3S83E_00 0.4MIE-0?.
0.0000E_)0 0.000_0 0.0000E_0

1060001Gatene 0.30991[+02 -0.16S6E+O0 O,1507E-02
0.0000e_X) 0.000_X) 0.0000E+00

4(MO000Pl_r2 0.2615E*02 -0.2873E_X) 0.3065E-02
O.O000E.O0 0.000_*00 O.O000E*O0

4360000Iq)12 O.24_ME*02 -0.3_T_E_)O 0.]473E-02
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O.O000E*O0 O.O000E+O0 O.O000E_)O
2054000MI(OH)2 O.1120E+02 -0.5160E-01 0.4180E-03

O.O000e+O0 O.O000E+O0 O.O000E+O0
20_001 Bunsenlte 0.18008.02 -0.6080E-01 0.6490E-03

O.O000E_O0 O.O000E,O0 O.O000E,O0
10_000 Mtttertte O.2&S9E+02 -0.161M+00 0.181M-02

O.O000E_)O O.O000E+O0 O.O000E+O0
_d)S4001Itetllersl te 0.3.3521[+02 -0.29ME+O0 0.3302E-02

O.O000e+O0 O.O000E+O0 O.O000E+O0
6054002llorenstte 0.32SSE+02 -0.2896E+00 0.307_-02

O.O000E+O0 O.O000e+O0 0.000_+00
/,002000Ilrmyrt te 0.8151E+01 -0.1735E+00 O.161M-02

O.O0001+O0 O.O000E+O0 O.O000E+O0
4102000Cerarwrt te O.11&TE+02 -0.1S66E+O0 O.1631E-02

O.O000E+O0 O.O000E+O0 O.O000E+O0
5002000AgT.CO.3 O.58&OE+02 -0.434aE+00 O.&?ME-02

O.O000i+O0 O.O000E+O0 O.O000E+O0
•302000 lodyrtte 0.99SOE+01 -0.2137E+00 0.18171[-02

O.O000E+O0 O.O000S+O0 O.O000E+O0
2002000ALI20 O.1MSE+02 -0.124_E+00 0.5030E-03

O.O000e+O0 O.O000S+O0 O.O0001E*O0
6002000Ag2SO& 0.522M+02 -0.4180E+00 0.45&2E-02

O.O000E+O0 O.O000E+O0 O.O000E+O0
8450001Anatcim 0.5170E+02 -0.1066E+00 O.8170E-0.3

0.0000(+00 O.O000E+O0 O.O000E+O0
8603000Hottoysite 0.5(_;E+02 0.9200G-02 -0.2310E-03

O.O000E+O0 O.O000i+O0 O.O0001+O0
8601001KaoLinite O.56_E+02 0.9200E-02 -0.2310E-03

O.O000E+O0 O.O000E+O0 O.O000E_X)
8/,15000Leonhardite 0.1928E+03 -0.203_+00 O.Z&13E-02

O.O000E_)O O.O000S+O0 O.O000E+O0
8450002Lov-Atbtte O.5&(ME4_?. -0.13421[+00 O.1SLOE-02

O.O000E+O0 O.O000E+O0 O.O000E+O0
8450003AMtbit, 0.54_2E+02 -0.1342E_X) O.1510E-02

O.O000E+O0 O.O000E*O0 O.O000E+O0
8641000Muscovite 0.957_+02 -0.7710E-01 0.5160E-03

O.O000E_O O.O000E+O0 O.O000E_X)
8641001Anntte O.1030E+0.3 -0.3000E+O0 0.319M-OZ

O.O000E+O0 O.O000E+O0 O.O000E+O0
8&15001Anorthite 0.9534_+02 -0.9790E-01 O.1091E-02

O.O000E+O0 O.O000E,*O0 O.O000E+O0
IM03002Pyrophy|t irl o._geE+02 -0.3MOE-01 0.924_)E-03

O.O000E+O0 O.O000E+O0 O.O000E_)O
8/,15002LmmontIte 0.9142E+02 -0.9700E-01 O.1091E-02

O.O000E,O0 O.O000E_X) O.O000E+O0
5023101I_techt te 0.83221[+02 -0.28161[+00 0.36021[-02

O.O000E+O0 O.O000E_X) O.O000E+O0
5023102Azurite O.1558E+03 -0.5816E+00 0.?_-02

O.O000E+O0 O.O000E+O0 O.O000E+O0
2015001Porttmdite O.1&33E4_)2 -0.7860E-01 O.(_J_E-03

0.639_-02 -O.]MOE-O& 0.1422E-05
2028000Wusttte 0.18/,91[+02 -0.61161[-01 0.61SOE-03

O.O000E+O0 O.O000E_)O O.O000E_)O
2046001Pertctase O.1540E+02 -0.7760E-01 O.1_-02

0.7313E-02 -0.2700E-05 0.2899E-(M
3028001Hercyn!te 0.7847E+02 -0.3750E-01 -0.3070E-04

O.O000E_)O O.O000E,O0 O.O000E_O
Spinel, 0.7375E+02 -0.5000E-01 0.6Wd)E-03

O.O000E+O0 O.O000E+O0 O.O000E+O0
4250000CryoLite O.1412E+03 -0.1055E+01 O.1414E-01

O.O000E+O0 O.O000E+O0 O.O000E+O0
8215002WottNtontte O.22ME+02 -0.1062E+00 O.1322E-02

0.93T/E-02 O.59SOE-O_ -0.1FrTE-05
8015001C_-Ot_vine 0.42M0_+02 -0.1941)1[+00 0.2182E-02

0.1_QgE-01 O.5MOE-O_ -0.1MM-OS
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8015002Lornlte O._E+02 -0. I_OE+O0 0,2182E-02
O.I_PE-01 O.§MOE-O& -0.1MM- 05

801500.3NonttceLtile O.MS6E+02 -0.1838E_X) 0.2_1E-02
0.1M_;E-01 0.5680E-04 -0.1MBE-05

8015005Akemintte O._AME+02 -0.2_)E+O0 0.401M-02
0.2007E-01 O.1163E-03 -0.3665E-05

8015004Norwlntto O.7609E.02 -0.3778E.00 0.4873E-02
0.329M-01 O.1136E-03 -0.3376E-05

8441000KaLe1rite O.4aOOE_. -O.TrlOE-01 O.51d_E-03
0.0000E44)0 O.O000E+O0 O.O000E+O0

8&41001Leuclte 0.5011E+02 -0.9550E-01 0.9780E-03
O.O000E+O0 O.O000E+O0 O.O000E_O

84_1002NIcroctIne 0.520SE.02 -0.113_+00 O.14Ad)E-02
O.O000E_O 0.000_+00 O.O000E+O0

8441003H-Sanidine 0.52ME+02 -0.1139E+00 O.14_E-02
O.O000E_O O.O000E+O0 O.O000E+O0

8450064llephetIne O.4_._4_2 -0.9740E-01 O.M60E-03
O.O000E_O O.O000E,O0 O.O000E.O0

6015006Sehtenlte O.104_44)3 -0.1M_dE+O0 O.148gE-02
O.000_,,I)0 O.O000E+O0 O.O00_X)

202810.3LepIdocroc|t O.2gO6E_ O.1840E-01 -O._Q(E-03
O.O000E+O0 O.O000E+O0 O.O000E+O0

8650000Ne-Nontronlt O.10.31E*03 -0.SMOE-01 0.81;5E-03
O.O000E+O0 O.O000E+O0 O.O000E*O0

8641002g-Nontronite O.1014E+03 -0.5010E-01 0.7894JE-03
O.O000E.O0 O.O00(E+O0 O.O000E.O0

8615000Ce-llontronit O.1049E403 -0.4086E-01 0.6013E-03
O.O000E_X) O.O000E_O O.O000E+O0

IM4_)OSIql-Nontronlt O.10_E_3 -0.3915E-01 O.81M3E-03
O.O000E_O 0.000_,00 O.O000E*O0

2048002Notybcltto 0.2543E+02 -0.2875E+00 0.2404E-02
O.O000E+O0 0.00_+00 O.O000E+O0

7410000_ 0.5613E+02 -0.41971E_0 0.32141[-02
O.O000E*O0 O.O000S+O0 O.O000S+O0

7415000PoveLLtte 0.4331E+02 -0.37_M_X) 0.3264E-02
O.O000E+O0 O.O000E+O0 O.O000E+O0

7441000K2NO04 0.4M2E_2 -0.4325E.00 0.3205E-02
O.O000E+O0 O.O000E_O O.O000E_O

7_dM)O0NgNO0_ O;82_TE_q)2 "0.3651E+00 O.37T3E'02
O.O000E_4)O O.O000E+O0 O.O000E_X)

7450000 Ne2NO06 O.&608E.02 -0.4731E4_0 0.33_5E-02
O.O000E+O0 O.O000E+O0 OoO000E._O

74_M)000_ 0.4756E*02 -0.3526E+00 0.274_E-02
O.O000E+O0 O.O000E+(X) O.O000E_4)O

7480000 $r1¢o0_ 0.4967E+02 -0.2865E+00 O.1573E-02
O.O000E_4)O O.O000E*O0 O.O000E+O0

5050007 Trona 0.97164[.02 -0.8738E+00 O.W,2_E-07,
O._E-01 -O._3E-O_ 0.81V_-05

8615001Prehnite O.1014E+03 -0.19_0E+00 0.2182E-02
O.O000E_O O.O000E+O0 O.O000E+O0

8450005PhttLil_ite O.(_)_glE+02 -0.114gE_4)0 0.12441[-0?.
O.O000E*O0 0.0000E¢4)0 O.O0001E_O

8641003ILLite 0._101E.02 -0.1M3_-01 O.11721E-02
O.O000E_4X) O.O000E+O0 O.O000E+O0

8615002Nontmrl L-Ca O._P31E_. -0.4105E-01 0.8022E-03
O.O000E+O0 O.O000E+O0 O.O000E.O0

ChLortte-Ng O.102M+03 -O.37ME+O0 0._1_E-02
O.O000E_)O O.O000E.O0 O.O000E+O0

1050000lla2SO.3 0.4967E+02 -0.40ME.O0 0.3172E-02
O.O000E,O0 O.O000E+O0 O.O000E.O0

1041001KS(li O.1197E*02 -0.2462E+00 0.17271[-0,?.
O.O000E.O0 O.O000E.O0 O.O000E_O

1060002PBS203 O.&864E*02 -0.2736E+00 0.21464[-02
O.O000E+O0 O.O000E+O0 O.O000E_O

4021100CrBr3 O.6652E*07. -0.3379E4_0 0.4200E-02
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O.O000E+O0 O.O000E_ O.O000E+O0
&121100 CrCt3 O.7508E+02 -0.2872E_DO 0.4254E-02

O.O000E_)O O.O000E*O0 O.O000E*O0
4221100 CrF3 O.1(KTE_3 -O.&OOOC-_[X) 0.66S&E-02

O.O000E+O0 O.O(X)O(-,_ O.O000E+O0
4321100 Crl3 O.S43SE*02 -0.4_ 0.&813-02

O.O000E,(X) 0._ O.O000E,_
3021100 FeCr20/, O.1310E_3 -0.74.30E-01 0.8933E-03

O.O000E*O0 O.O000S*_ O.O000E*O0
3021101 IqgCr20& O.1268E+03 -O.IMSOE-01 O.1600E-02

O.O000(-*m) O.O000E*O0 O.O000S*O0
3021102 Cr203 O.1062E+03 -0.9200E-02 0.2310E-03

O.O000E_O O.O(X)O(-*W O.O000E_O0
3021201 ketO4 0.5822E4_ -0._ 0.3374J[-02

O.O000E*O0 O.O000E*O0 0.00(0)000
3021202 Cs2CrO& 0.369_4_. -O./AsgE*(X) O.2969E-0,?.

O.O000E,O0 O.O000S,m) 0.0000E44)0
3021205 i(2Cr04 0./,274E*02 -O.&S45E*OO 0.336SE-02

O.OIX)O(-*W O.O(X)([-*O0 O.(XX)([-*4)O
3021206 1(2(:r_O? 0.8619(-,02 -O.?UOE*O0 O.S929E-02

O.O000E*4X) O.O000E_O O.O(X)(M*OO
3021209 (lIH4)2Cr04 0.3092[-*02 -0.27"J1C-_00 0.2210E-03

O.O000E*O0 O.O000E44X) O.O000E_)O
3021210 ita2CrO& O.S300E*02 -O.&9TIE_O O.]50SE-02

O.O000E*O0 O.O000S*_ O.O000E_O
3021212 Pr)Ct04 O.S621E_. -0.3766E*4X) 0.2906E-02

O.O000E*O0 O.O000E_DO 0._
302121:5 Itb2Cr04 0.4318E4_02 -0.4675E*00 O.3533E-02

O.O000E,O0 0.0000_00 O.O000E_O
302121/, SrCr04 O.STI1E*02 -O.$10SE*4X) O.1733E-02

O.O000E+O0 O.O000E*O0 O.O000E*O0
3301&03 (:02(0) 0.2482E4_)5 -0._ O./_FJE-02

0.1156E-01 -0.1929E-03 O.1923E-05

G. 7



APPENDIXH

COMPLETELISTING OF THE ALK.DAT(4.00) DATA FILE



APPENDIXH

COMPLETELIST|m OFTHEALK.DAT(4.00)DATAFILE

Data description: Line 1: lD nud_r _d atkatlnlty factor.
STOP.
Version 4.00
0303302 1.00
3307701 2,00
3307100 1.00
330S800 1,00
3307301 2.00
33OOO201.00

580 3.00
730 1.00

0

H. 1
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