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IBM Graduate Student Awards in Computational Chemistry:
We are happy to announce the winners of this year’s IBM Graduate Student Awards in
Computational Chemistry. The subdivision is grateful to IBM for their support of these awards.
These awards are designed to encourage graduate work in computational chemistry, to recognize
research accomplishments, and to stimulate interest in the Subdivision of Theoretical Chemistry
and the Physical Chemistry Division of the ACS. Awardee selection was made on a competitive
basis.
First prize winner Sergey Maximoff was born in Moscow, Russia in 1977. He received his
bachelor and master degrees in materials science from Moscow State University (magna cum laude).
As a Ph. D. student with Profs. Scuseria (Rice University) and Ernzerhof (Univeristy of Montreal),
he developed a novel formally exact density functional approach to transport through nanostructures
and molecules. Another focal point of his research pertains to constructing approximate density
functionals. He touched on the current density functional theory formulating a general method of
extension a GGA functional of conventional density functional to the current-dependent domain.
He employed this method to capture fine current-induced effects in open shell atoms. Apart from
formal density functional theory, he contributed to density functional theory of nuclear magnetic
resonance.
Second prize winner Yousung Jung received his undergraduate education at Seoul National
University in Korea, after which he joined Mark Gordon’s group at Iowa State University for his
M.S. where he became interested in electronic structure theories. He then moved to UC Berkeley in
2001 for his Ph.D. under the direction of Prof. Martin Head-Gordon, where he has been developing a
fast quadratic scaling MP2 method that can correctly describe dispersion interactions, extending the
realm of the applicability of correlation methods to very large systems. Additionally Yousung has
applied wavefunction-based correlation methods to characterize bonding in diradicaloid molecules
including 4-membered BPBP rings, and dimers of aromatic radicals such as phenalenyl that involve
3 Angstrom bonds that are far shorter than conventional van der Waals complexes. He also likes
playing soccer and going camping on weekends to (briefly) become uncorrelated from his work.
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Message from Theory Subdivision Chair,
Sharon Hammes-Schiffer:
I am happy to report that a nominating
committee consisting of Ken Jordan, Anne Chaka,
Dave Freeman, and Sharon Hammes-Schiffer chose
Todd Martinez as the next Vice-Chair-Elect of
the theoretical subdivision. Todd has agreed to
serve in this capacity.
Theory Subdivision Webpage:
Visit the Theory Subdivision website
at www.chem.missouri.edu/theory.
Highlights
included on the site are links to upcoming meetings of interest to the theoretical community.
Please let us know how we can make this site
more useful to you by directing your comments
to the Subdivision’s Webmaster, John Adams
(AdamsJE@missouri.edu).
Theoretical Chemistry Postdoctoral Position Clearinghouse:
The Subdivision continues to run a clearinghouse for people interested in hiring postdocs
and people looking for postdoc positions. Currently there is a list of those looking for a position
and one for those looking to hire, both of which
are available on the Subdivision web page. If
you wish to be on either list, please email the
webmaster at AdamsJE@missouri.edu.
How to Join the Theory Subdivision:
You must be a member of the Division of
Physical Chemistry in order to join the Subdivision. If you are already a dues-paying member of the Division of Physical Chemistry, just
send a note to the Secretary of the Subdivision (Jan Steckel, steckel@netl.doe.gov) indicating
your wish to join.

230th ACS National Meeting Preview:
August 28 - September 1, 2005, Washington, DC Symposia of interest include: Computational exploration of energy landscapes: challenges
and solutions (PHYS/COMP), Structures and
properties of small clusters (PHYS/COMP)
American Conference on Theoretical
Chemistry:
Emily
Carter,
Conference
Organizer,
July
16-21,
2005
(UCLA)
www.conferences.ucla.edu/ACTC Invited speakers include Robert Cave, Juan de Pablo, Weinan
E, Philip Geissler, Sharon Hammes-Schiffer,
Martin Head-Gordon, Hannes Jonsson, Kenneth
Jordan, Ronnie Kosloff, Christopher Lee, Andrea
Liu, Paul Madden, Dmitrii Makarov, Todd
Martinez, Andrew Rappe, Mark Ratner, David
Reichman, Karsten Reuter, Peter Rossky, Steven
Schwartz, David Srolovitz, Bruce Tidor, John
Tully, Troy van Voorhis, Zhen-Gang Wang, Chris
Wolverton, Sophia Yaliraki.
Request for Future Symposia Topics:
Members of the Theoretical Subdivision
are encouraged to suggest topics of interest to
the community for future symposia at American Chemical Society meetings. Suggestions
for symposia topics for future ACS meetings
should be sent to Krishnan Raghavachari,
(kraghava@indiana.edu).
ACS PRF Summer School:
Computation, Simulation, and Theory
in Chemistry, Chemical Biology, and Materials Chemistry, June 11-18, 2005 (Park
City, Utah) Organized by Jack Simons.
http://simons.hec.utah.edu/school/index.html

Pople Memorial Symposium in San Diego:
A memorial symposium in honor of John Pople was held at the March 2005 ACS meeting
in San Diego. The symposium spanned 9 sessions and included 53 speakers and 9 session chairs,
including many former students, postdocs, senior colleagues, and other leading figures in the field.
The first session was devoted to historical talks, which traced John Pople’s career starting
from his graduate student days and culminating in the Nobel prize he shared with Walter Kohn.
David Buckingham, John’s first graduate student, started with recollections of the early years at
Cambridge. Bob Parr, Mark Gordon and Warren Hehre covered the years from semi-empirical to
ab-initio calculations, largely at Carnegie-Mellon University. Peter Gill brought in density functional
theory and also treated us to a video clip of John explaining to a reporter the science behind the
Nobel prize. Mark Ratner talked about the years at Northwestern. The session concluded with
Walter Kohn’s reminiscences about a friendship late in life and the similarity of their two careers.
John Pople’s daughter Hilary, his granddaughter Jennifer, and his son Andrew attended this session,
and greatly appreciated the overview of their father’s scientific career.
The next 8 sessions in the symposium provided an indication of the legacy that John Pople
has left to the scientific community. The talks covered a wide range of topics, including density
functional theory, electron correlation, dynamics, relativistic methods, and applications of electronic
structure calculations to diverse problems in organic, inorganic, physical and biological chemistry.
In the after-dinner speech at the speakers’ banquet on Wednesday evening, Fritz Schaefer
spoke about his personal relationship with John and his wife Joy, particularly during their visits to
Australia. A highlight of the evening was Hilary Pople’s reflections. Many of those present knew
John Pople only as the scientist, but Hilary provided us with some insight into the human side of
her father.
As co-organizers, we would like to thank all the participants in the symposium. We feel that
it provided a nice balance between sentimentality and science, and was a fitting tribute to the life
and scientific achievements of John Pople. Our main regret is that he wasn’t himself able to attend.

Left:A cartoon of John Pople by Gujjar, provided by Prof. Saraswathi Vishveshwara, Indian
Institute of Science. Right: Another cartoon of John Pople, by Ching Yeh Lin (nicknamed Leaf),
a PhD student with Peter Gill.
Thanks to Leo Radom and Berny Schlegel, co-organizers of the Pople Memorial Symposium,
for contributing this description of the symposium for those who were unable to attend.

Biophysical Aspects of Protein and Peptide Aggregation Symposium in San Diego: The
symposium ”Biophysical Aspects of Protein and Peptide Aggregation: Experiment and Theory” was
held at the ACS meeting in San Diego, co organized by Dave Thirumalai and John Straub. The
intention of the symposium was to bring the most current and fascinating problems related to the
aggregation of proteins to the attention of physical chemists. It is well appreciated that aggregation
of proteins plays a vital role in a number neurodegenerative diseases including Alzheimer’s disease,
Parkinson’s disease, and Bovine Spongiform Encephalopathy (BSE).
The speakers represented diverse areas ranging from biochemistry to theoretical chemistry.
The symposium began with an opening session designed to provide an overview of the broad issues
in the field. Subsequent sessions covered current experimental and computational studies on specific
systems. The sessions were arranged such that cutting edge work on those proteins implicated in
the most well known diseases (Alzheimer’s, mad cow disease, type II diabetes, and Parkinson’s
diseases) could be discussed in detail. It was impressive to note that a combination of structural,
biophysical, and modeling studies are beginning to provide detailed understanding of the transition
from monomeric protein to the formation of oligomers to the organization of proteins in fibrils. It
was gratifying to note that almost all the speakers had a list of outstanding questions, the answers to
which almost certainly depend upon quantitative studies that have become the hallmark of physical
chemistry.
From the attendance, the enthusiasm of the participants, and most importantly the presence
of young scientists, it can be concluded that the symposium was a success. It would clearly be
very fruitful to organize more symposia on topics or real biological significance that focus on the
interface between theoretical and experimental physical chemistry.
Thanks to John Straub and Dave Thirumalai for contributing this recap of the symposium.
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