ACS DIVISION OF PHYSICAL CHEMISTRY
248" NATIONAL MEETING

San Francisco, California
10-14 August 2014

CALL FOR PAPERS

TheDivision d?hysical Chemistry has organized the following topical oral symposia, consisting of both invited ancasomtitagdcahpecsgeneral poster sesdibeabstract deadline is 21 March 2014.
For those interested in an oral presepiatise,submit abstracts to the appropriate symposium. For each symposium, the organizers (listed belowjwiledglepeserfue ooml presentations; contributi
selected for oral presentations will be assigned to the poster session.

THE FUTURE OF COMPUTATIONAL CHEMISTRY
The future of computational chemistry hinges not only on the accuracy of its underlying modellgr%l#]

SQ . o . : . .
on the efficiency and efficacy of its algorithms and sofalameas afoleculdevel simulation, a#undamental studies to applications in energy, catalysis and separations, |

including not only traditional chemistry but materials and biomolecular science as We”,p%@g&tlng aII_a_spects of F"Odem chemistry. Phy5|cal_chem|stry pl_ays a Ieadmg role
chebr%c% reactivity, relaxation phenomena, structtedaamia behavior in these diverse mi

theoretical advances have yielded unprecedented levels of accuracy and understanding forT%is QA hosium will present the latest advances in the physical chemistry ofdamingi

array of fundamental chemical pleeaoHowever, the concomitant development of new, high " . i . LT . >
perfg)/rmance computing architeiifuoesnowcommon petascale computers fo highly anticipatgeatoplc.ﬁ.hat includine relatlons_mps between ionic liquid structur_e and phys!cal a_md tralesi;
exascale systefhgresentsinnumerable challenges for those implementing new methods Vl%lat'“ty and thermal_ stability, elec_t_ron_transfer, p_hotonS|s and radlolys!s, uk
productiofevel sftware. This symposium will bring together experts in quantum chemis gectroscopy, separations and splub|l_|ty, interfaces with bulk and nanomaterials, and ¢
biomolecular simulation, and conemiasied physics to highlight the current state of the art in bo, dW::: \jV.N(I.‘.:s.tnn:r,UJr:KIEruSti?egsf ﬁg;\rlgrgﬂgd,.casrltgegﬁrutgers.edu
methodology and software design, and to explore paths forward toblercredistairasible ward .. aginn, . y aeui@_ o .

: . Claudio J. Margulis, University of lowa, clantiogulis@uiowa.edu
codes that can take full advantage of thkanging landscape of cyberinfrastructure. - . X
T. Daniel Crawford, Virginia Tecbrawda@vt.edu James F. Wishart, Brookhaven Natiobaboratorwishart@bnl.gov

Theresa Windus, lowa State Univerdityindus@iastate.edu

PHYSICAL CHEMISTRY OF IONIC LIQUIDS

FUNDAMENTAL PROCESSES OF ATMOSPHERIC CHEMISTRY
RENEWABLE ENERGY GENERATION AT THE INTEREACE BETWEEN Arllthoggh se;/erhal decadesh of reiearch hav_e greatly advanc(?d our under:standing
THEORY AND EXPERIMENT chemistry of the atmosphere, there remain many outstanding research areas f

This symposium is designed to highlight the collaborative efforts of experimentalists and theoréjrﬂggﬁ%?Od' These questions include the potential foridagiani¢cecyclingadical species,

o : . - L eRiica mechanisms and kinetics behinddation of organic and inorganic compouf
the area of renewable energy, sparldismpBnary d|scus_S|ons, e_md explor_e the r.Ezla'“onShu)particle partitioning of rgalierational oxidation products, and the goteximpounds in t
between comfation and experiment more deeply. The topics for this sympotiarfol dg atmosphere tofedt the radiative balance of the planet through the formation of ¢
Artificial Photosynthesis, Pfoowupled Electron Transport, Catalysis (water oxidation, carbon dio>é|61

- . . . - densation nuclei, light scattering of aerosol particles, and absorption by brown a
reduction, nitrogen reduction, and hydrogen generatiolay, @etsSdyensitized solar cells, Research approaches into these problems include ambient obserattignsxjabionents
guantum dot solar cells, organic photovoltaics, and new cell architectures).

Amanda J. Morris, Virginia Tech, ajmorris@vt.edu theoretical studies. The development of new chemical deiacsiipardrbation studies
James T Iilluckerr;‘lan gBrookhavén]Natiohaboréto uckerma@bnl.gov leading to new measurements and new insights that are driving the development of
’ ! wn 9 advances have led to better pradidfi@tmospheric chemistry and its effects on the atr

radiative properties.
MOLECULAR AND NANOSCOPIC PROBES FOR BIOLOGICAL SYSTEMS Delphine Farmer, Colorado State UniverBigfphine.Farmer@-colostate.edu

B_|0Ic_)g!cal systems are hlgh_ly heterogeneoug and _dynamlc, anaf this m)lpdyhas across oo Keutsch, University of Wiscorleutsch@chem.wisc.edu
disciplinary impact on physical chemistry, biophysics, molecular and cell biology, materials science,

ortans of Lemplecular of THoonic pubbos 1o stidy he tumture. diveraity and function ofVHAT DOES 20TH CENTURY PHYSICAL CHEMISTRY HAVE TO SAY TO
p myp pic p Yy : y 21ST CENTURY PHYSICAL CHEMISTS?

various biological entities in cells os.tiBBisesymposium will present new advances in this vibrau:f,the 20th century was the great age of physical chiestt with the first Nobel Pr

research aredn particular,\itill bring together experimentalists, theoretimdansmputational . . .
P g tog P mp y in 1901 to van't Hoff and continued right up to the close of the centun

2(;%?55};;&;(;;9&? scientific culture of fluid exchange of ideas and collaboration across dISCIpm%g.ﬁgny paradigms were established forfaiidiruest for the 20th centimgeed, for any fi

. - : a . to be dynamic, it needs to both move forward and to remembEoitsnaiety, there are n
Bozhi Tian, University of Chicagmn@uchicagau living physical chemists who are bringing tdmeexadf these foundational achievement

henY PurdudJni it dresl
Chen Yang, PurdudJniversityang@pur u current membership of PHMfs, this symposium will feature many leaders of physic:

EXTREME BIOCHEMISTRY FROM SMALL MOLECULES TO LARGE who are truly excited about revisiting the history of physical chemistry in dynamic ways
PROTEINS: FORMATION, STABILITY, STRUCTURE AND FUNCTION Gary D. Patterson, Carnegie Mellon Univergipa@andrew.cmu.edu
The origin and adaptability of life on Earth holds a fascination for most of us and is a central and COMPUTATIONAL SPECTROSCOPY

compelling field of study for many scientists. Cheeniser involved in this field in many ways, Eﬁf<pe@8Fnts in spectroscopy have laid the foundation for current understanding of,

including discovering how simple biomolecules, as building blocks for life, can be generate Upder - nd maanetic properties of molecules. reactive intermediates. combu
prebiotic conditions, and how biomolecular processes can be adapted to extreme enviro%ﬁ}erﬁ%f 9 prop : ; Co ’ -
aterials, and surface and interfacial chemlssZomptational Spectroscopy Symposit

conditions. Moreohdly, a study of extremophile biochemistry should, in principle, provide guid%}nigﬁs t the significant impraticomputational chemistry has made on the interpref

for the formation and evolution of life elsewhere, assuming that evolution is a general pr'%gl e . . .
. L S . ; prediCtion of spectroscopic measurements. Since many of the more recent importar
underlying the development of living systems on other planetgindsidieis Egmposium, we will . . 4 ) .

. ; . . - : . . been %ch|eved throughsel collaborations between theorists and experimentalists, pri
combine members of the astrochemistry community with biochemists and chemists working on thé scientists representing both theorv and experiment will be invited to aive
properties of extremophiles to provide a broad picture of the latest results and insights into ho ‘?{HH&‘? . ; P 9 y P . 9

" : . eléctronic, vibrational, ultrafast, and magnetic resonance spectroscgpgearaf botidens
extreme conditions, sinmblecules become noaeplex, as well as lmmplex biomolecules
(proteins, nucleic acids, etc.) adapt to inhospitable environments to enable and extend life in gﬂﬁ%?n@h . . . . -
. L " . L . . . aroline Chick Jarrold, Indiana University, cjarrold@indiana.edu
habitats. Topics include interstellar chemistry, prebiotic terrestrisdnthéhneisprpperties and ohn.E, Stanton, University of Texjistanton@mail.utexas.edu
structures of extremophile proteins from extreme thermal, chemical and other challjengin'g ’ y ) ’
environments. The utilization of these studies to biotech applications will also be presented.
Yong Ba, CaifornisStateUniversity &bs Angelegba@calstatela.edu
Robert J. Stanley, Temple Universitstanley@temple.edu
Ralf Kaiser, University of Hawaii, ralfk@hawaii.edu

PHYS DIVISION RESEARCH AWARDS AND JPC LECTURESHIP AWARDS
The four winners of B¢y Division Research Awarddtamthree winners oftharnal of
Physical Chemistry Lecturdshgyds will present talks abtigiday symposium

PHYSICAL CHEMISTRY SYMPOSIUM WORKSHOP
FOR UNDERGRADUATE CHEMISTRY MAJORS

he Workshop for Undergradiremistry Majors is targeted for current junior chemistry t
f'8&seniors at the time ofShe Franciseoeeting. Up to 25 outstanding undergraduate
students will be selected for a series of underyrausedetalks and socvainés during tiSan
_IFEnciscmeeting. In addition, they will be expected to present posters on their researc
P Qgryposter session. More information and application materials can Miép:fipmg
uaiﬁgloa/ugrad_workshommm Tle application deadline0Bebruary 2@l

n

PHOTOINDUCED PROTON TRANSFER IN CHEMISTRY AND BIOLOGY
Proton transfer is one of the most fundamental ifeetideed in nature. However, understanding
the way in which the environment mediates proton dynamics remains a fundamental chal
Exciédstate proton transfer (ESPT), as walbrasgeneral gbimduced proton transfer (PPT),
continue$o provide a rich vein of new research activity. The range of dyasgrashihdithe
limits of theory has greatly expanded in the past decade. The topics cover modern PP
syntheses of novel photoacids and photebads#sdies of their PRiTa wide array of systems
from gas phase to proteins and DNA. Numerous PPT applications will be discussed, incl
utilization of reversible and irreversilenpéiusing transient photoacids and PAGs, and rece
advancem the development agtiactive, intramolecular EB&Sed materials. A broad spectrum
of PPTelated problems will bring together the leading $peatatistsfronthe world of physical PHYSICAL CHEMISTRY POSTER SESSION
chemistrjgut theoreticians, biochemists, organic and materialroh@thist® the world.
Pi-Tai Chou, National Taiwan University, chop@ntu.edu.tw
Kyril M. Solntsev, Georgia Tecbolntsev@gatech.edu

ﬁsh, University of Richmond, PHYSworkshop@riclhmond.ed

Contributions from all areas of physical chemistry are highly encouraged for the pos
held on Wednesday evedidgugusP04. See the announcement below for information
Physical Chemistry Student Poster Awards.

Nancy Levinger, Colorado State Universiyinger@lamar.colostate.edu

POSTDOCTORAL RESEARCH AWARDS
PHYS Division Postdoctoral Research Awards and invited talks will be presented at the relevant PHYS Symposia.

PHYSICAL CHEMISTRY STUDENT POSTER AWARDS
Six awards with monetary prizes will be awarded for posters presented by students at the Physical Chemistry Poster Session on Wednesday evening of the meeting.
To be eligible for the awards, the presenting author must be a graduate or undergraduate student at the time of the poster presentation.
Poster presenters will be contacted by e-mail and invited to declare their eligibility (student status) and desire to participate in the student poster award competition.
NANCY LEVINGER, PROGRAM CHAIR
Colorado State University (970) 491-1331, levinger@lamar.colostate.edu

FOR INFORMATION ABOUT THE PHYSICAL CH EMISTRY DIVISION, VISIT OUR WEBSITE: http://phys -acs.org/




