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The Sanibel Symposium 2014 was held February 16-21 2014 at the King and
Prince, St. Simons Island, GA. It was successful in bringing condensed-matter
physicists and quantum chemists together productively to drive the emergence of
those specialties. The Symposium had a significant role in preparing a whole
generation of quantum theorists. The 54™ Sanibel meeting looked to the future in
two ways. We had 360°-View sessions to honor the exceptional contributions of
Rodney Bartlett (70), Bill Butler (70), Yngve Ohrn (80), Fritz Schaefer (70), and
Malcolm Stocks (70). The work of these five has greatly impacted several
generations of quantum chemists and condensed matter physicists. The “360" is
the sum of their ages. More significantly, it symbolizes a panoramic view of
critical developments and accomplishments in theoretical and computational
chemistry and physics oriented toward the future. Thus, two of the eight 360°-
View sessions focused specifically on younger scientists. The 360°-View program
was the major component of the 2014 Sanibel meeting. Another four sessions
included a sub-symposium on ab initio Simulations at Extreme Conditions, with
focus on getting past the barriers of present-day Born-Oppenheimer molecular
dynamics by advances in finite-temperature density functional theory, orbital-free
DFT, and new all-numerical approaches.

The proceeding of the conference are published as Molecular Physics vol. 113,
issue 3-4 (2015).
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All Plenary Sessions will be held in the Lanier Balliroom. All Poster Sessions will begin with 2-minute

introductions in the Lanier Ballroom, followed by displays in the Retreat Room.
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Plenary 10- Ohrn 16
Plenary 11- Dynamics 16
Plenary 12- Materials Modeling 16

Poster 3 17

Symposium Banquet
6:00-7:00pm- Cocktail Hour - Delegal Room Patio (weather permitting)
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Thursday, February 20
Plenary 13- Schaefer 19
Plenary 14- Advances in Quantum Chemistry 1 19
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Welcome to the 54* Sanibel Symposium! We hope you find the scientific program rich and valuable
and that you will benefit from personal discussions with other leading scientists in quantum
chemistry, theoretical and computational materials physics, and chemical physics.

This year's meeting recognizes five leaders in our field: Bill Butler, Yngve Ohrn, Henry Schaefer Iil,
Malcolm Stocks and Rod Bartlett. The 17 Plenary Session topics were chosen by the organizers to
have two focus areas. The first is a 4-session sub-symposium on ab initio simulations of systems
under extreme conditions. The second is the 8-session “360-view” sub-symposium which honors
those five leaders in the broad area of quantum chemistry and materials physics. The remaining
5 plenary sessions cover a selection of other current topics. The Symposia have their own special
character that have their roots in the original Sanibel Island meetings. As always, we appreciate
suggestions for Plenary Session topics and ways to improve the Sanibel Symposium.

We are pleased to acknowledge the sponsors of the 54 Sanibel Symposium. Thanks to the
generous contributions from our sponsors, we are pleased to award competitive stipends to support
participation in the Symposium.

For the 54 Sanibel Symposium, we have received support from:

U.S. Department of Energy
“ Basic Energy Services

Oak Ridge National Laboratory
University of Alabama University of Georgia

University of Florida
Office of Research
College of Liberal Arts & Sciences
Department of Chemistry
Department of Physics
Quantum Theory Project

AwARDS: ProcEEDINGS PUBLISHER:
DelH-ntel IBM Taylor and Francis

O —~—""2D

Sanibel Award - Qutstanding QTP Graduate Student 2013
Dr. Robert Molt.

54* Sanibel Symposium February 16-21, 2014
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Honorees

Rod Bartlett

Graduate Research Professor, Quantum Theory Project, University of Florida

Pioneered the development of coupled-cluster theory in quantum chemistry to offer highly accurate
determinations of molecular structure and spectra.

Bill Butler

Director, Center for Materials and Information Technology, Professor Physics and Astronomy,
University of Alabama

Led breakthroughs in transport theory of metals, alloys, and tunnel junctions, in particular the
understanding of the giant magnetoresistance in magnetic multilayers and the prediction of giant
tunneling magnetoresistance in magnetic tunnel junctions

-
]

Yngve Ohrn

Professor of Chemistry and Physics, Quantum Theory Project, University of Florida

Pioneered the use of propagators in molecular quantum mechanics, and he together with Erik
Deumens, developed and applied a time-dependent, direct, non-adiabatic theory, called END, for
reactive molecular processes.

Henry F. Schaefer lll
Graham Perdue Professor of Chemistry and Director of the Center for Computational Chemistry at the
University of Georgia

Developed and applied quantum chemical methods to describe and understand the movement of
electrons in molecules and its application to a broad array of problems of chemical interest. He has
been a professor of theoretical chemistry for 45 years, 18 at Berkeley and now 27 years at Georgia.

Malcolm Stocks
Corporate Fellow, Group Leader for Materials Theory, Oak Ridge National Laboratory

Pioneered massively parallel computing for first-principles electronic structure calculations, led the
world in fastest scientific computing applications multiple times, and made seminal contributions to
theories of alloy phase stability and magnetic materials.

February 16-21, 2014 54* Sanibel Symposium



iyonbewe, ysezry -
eAni 1quiiystys] sainf -

xnopigey Noog
BUSY uBNp 8sof
emeeAIN 1ysaxe]
aJwuIp uyor
9alquay ‘H Meqoy
ueseH ‘H pewweyop
obefjuig-eaopio) eiue|
obefjuig-eropio) elue|
pJAg uoser

41eY9
yyeAy Awg

wdge:9-0v:v
0z Aenigs4
Aepsiny i

G 191504

O
[N

- a6 Y N o

uosjim uelg ‘0

uIglg Jewep
pJaydsys ‘r sswer
sayied ‘A ey

ebop jazor
Asnaoulep Jiwipe|a
eAR)SAOUIBI BUB|JOAS
yoybue J1ejed
uelpjog stuag

gjuezeg aipuexa|y

1reyd
splaiys abiosg

wdgz:y-0€:¢
0z AMeniga4
Aepsiny |

1 191804

-~ N Mt 06O N oo

ezopus|y-oAewe) esala) ‘gl |

Bueyz yanA vz |
BJBYSUOA OJiyde] ‘€2 _
B)eUBWEA 2YNSNYS 22 |
eweA ajnsieq ‘L2 _
BIYX oeyounr '0g
19|93UAA UBABIS 61

alinbg pseyory "/ 1
weleg jeqiy ‘9l
oles MEOJIH "Gl |
NeAld unsny y1
piexoid jueid ‘gl

elasad Yy ‘21
ojowBy O IWNSHY L]
einwexeN BjoAy 0l
Aeuny auer g
wed7 Apwqg g

8y Ibnox "/
SoulaHq maypen ‘g
Buaq uenuix g

npueq usaneN ‘p
opuy pnAollH ‘¢ _

. UBWZIY 3UY °Z _

18B0oA ueyjeuor uojheq "0z

%013 wepy g ddes Ipusp ‘91

obefuig-eaopio) eluel ‘v |

elieyoy nuely ‘L

J1eyo
piAg uoser

wdge:9-0v:v

61 Adeniga4

ABPSSUPSAA
¢ I81sod

OBA 99 22
np BNH-BIUD “L.2

oue)e|] NA ‘6l
ZoIMaISE}S ZsNIInr "8l
plogAss |ned /1L

[BISNN BYIUOI ‘G|
meysinop Asaysr i
ISWeysliy jeyes ‘¢l
1 onbbuerx “zi
uasuar aweydals "LL

oysauer uiweluag ‘gl
Bueny 6uidnyg .m_
UBH uninA ‘g |
epeweH pnAowo] “/ |
JopnQg eueiN "9 _
BO.1I0D) OpaAylY G

nyQ BuaH-38| '€
OIoUBD) OlUCUY 2 m
uesy ajnNsnA L

Aeyd
2gaag uos|sN

wdog:LL-0€:6
g1 Aenigs4
Aepsan]
Z 181s0d

Bueyz Buo
BPEWEA 1JOUOWO}
Buepp Buad-uni
UOSUIA SBJOJIN
olSBeUl] UBYjEUO[
nseje| oyesep
nabag |eAg

nin uignus

BUI|IY BUBJISAS

ulity g

neber sewoy

ueH un|nA

uepwey plysey
Aogeles) suog
Ayng sswer
Auogeneyd nlegeq
uolip-seuspies) euoj9
orlABA|RY) JUBIO|H
ueuwlig sMyd
usbeyuayyleg Apuep
DiSMazoeg maipuy

J1eyd
Aelny suep

wdog:L1-0€:6
/| Aenuga4
Aepuoy
| 181s0d

‘e
‘02
‘61
‘81
L
91
Gl
4t
€l
¢l
3
0l

o

~ N o < 8O N©




or PARTICIPANTS

Alexandre Patrick Bazanté
University of Florida

Quantum Theory Project
2330 SW Williston Rd.

#3114

Gainesville FL 32608

United States

(352) 213-7595
alexandrebazante@gmail.com

Marcela Regina Beltran

Prof.
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Research Scientist
University of Tennessee
1 Bethel Valley Rd.

PO Box 2008, MS 6211
Oak Ridge TN 37831
United States
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Graduate Student
University of Florida
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