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Qbchedule of Events
Friday, March 28, 2003

Workshop on High Performance Computing of Large Molecular Systems

12:00 noon - 2:00 p.m.

Registration 4:00 p.m. - 5:00 p.m.

Lunch 12:30 p.m. - 1:55 p.m.

Opening Remarks

(Jerzy Leszczynski) 1:55 p.m. = 2:00 p.m.

W. Andrzej Sokalski 2:00 p.m. - 3:00 p.m.
st . Andrzej Wierzbicki 3:00 p.m. - 3:20 p.m.
1% Session Jesse Edwards 3:20 p.m. - 3:40 p.m.
David Close 3:40 p.m. — 4:00 p.m.
Coffee Break 4:00 p.m. - 4:30 p.m.
Steven Stuart 4:30 p.m. - 4:50 p.m.
il . Mohammad Quasim 4:50 p.m. - 5:10 p.m.
27 Session Glake Hill 5:10 p.m. - 5:30 p.m.
Jing Wang 5:30 p.m. - 5:50 p.m.
Dinner 6:30 p.m. - 8:00 p.m.

Poster Session 9:30 p.m. - 11:00 p.m.
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Saturday, March 29, 2003

Breakfast . _9
(provided by hotel) 8:00 a.m. - 9:00 a.m.
Registration 8:00 a.m. - 9:00 a.m.
9 10:30 a.m. - 11:30 p.m.
Gareth Forde 9:00 a.m. - 9:20 a.m.
3 Sessi Steven Davis 9:20 a.m. - 9:40 a.m.
ession Edward Boudreaux 9:40 a.m. - 10:00 a.m.
Bidhan Saha 10:00 a.m. - 10:20 a.m.
Coffee Break 10:20 a.m. - 10:50 a.m.
David Magers 10:50 a.m. - 11:10 a.m.
4" Sessi Andrea Michalkova 11:10 a.m. - 11:30 a.m.
=zlen Sergiy Okovytyy 11:30 a.m. - 11:50 a.m.
Ras Pandey 11:50 a.m. - 12:10 p.m.
Lunch 1:00 p.m. - 2:30 p.m.
Peter Politzer 2:30 p.m. - 3:30 p.m.
5t Session Tibor Koritsanszky 3:30 p.m. — 3:50 p.m.
Tigran Shahbazyan 3:50 p.m. - 4:10 p.m.
Coffee Break 4:10 p.m. - 4:30 p.m.
Yasuyuki Ishikawa 4:30 p.m. — 4:50 p.m.
th . Ilya Yanov 4:50 p.m. - 5:10 p.m.
6" Session Frank Hagelberg 5:10 p.m. - 5:30 p.m.
Leonid Gorb 5:30 p.m. - 5:50 p.m.
Dinner 7:30 p.m. - 9:00 p.m.
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1* Session

Oral " Tresentations

Session Chairman: Fric Fisher
‘University of Illinois at Springfield

W. Andrzej Sokalski
Andrzej Wierzbicki

Jesse Edwards

David Close

2™ Session

Applications of the Theory of Intermolecular Interactions in Molecular
Modeling

Molecular Dynamics Studies of Interactions between Calcium-
Containing Crystals and Phospholipid Membranes

Computational Studies on Novel Steroid-Nucleoside Conjugates

Theoretical Calculation of the Ionization Potentials of the DNA Bases
in Aqueous Solution

Session Chairman: VYevgeniy Podolyan
Jackson State University

Steven Stuart

Mohammad Quasim

Glake Hill

Jing Wang

Reactive Bond-Order Simulations using both Spatial and Temporal
Approaches to Parallelism

Theoretical Predictions of Degradation Mechanisms of Cyclic (RDX,
HMX) and Cage (CL-20, ONC, TNTAC) Nitramines from Their
Molecular Structures

Theoretical Modeling of Cisplatin and Cisplatin Analogs

Interaction of Fasciculin II with AChE: a DFT-based Molecular
Dynamics and Quantum Chemical Study
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3™ Session

Session Chairman: Jane Murray

‘University of New Orleans

Gareth Forde
Steven Davis

Edward Boudreaux

Bidhan Saha

4% Session

Methylation of Isolated and Paired Nucleic Acid Fragments
MCSCF Calculations of Isomerizations in Strained Hydrocarbons

Review of QR-SC-MEH-MO Calculations on M, Molecules ( M = Cr,
Mo, W, Sg )

Charged Exchange in Highly Charged Ion-Atom Collision

Session Chairman: Morgan Ponder

Samford ‘University

David Magers

Andrea Michalkova

Sergiy Okovytyy

Ras Pandey

5t Session

The Effects of Substitutions within the Ring and Substituents on the
Ring to the Computation of Conventional Strain Energy

Adsorption of Sarin and Soman on the Surface of Dickite: ab initio
ONIOM Study

Identification of the Stereoisomers of Tetrahydroindene Diepoxide: A
Combined Experimental and Theoretical *H and 3C NMR Study

Film Growth in Aqueous Solution of Hydrophobic and Polar Groups on
an Adsorbing Substrate by Monte Carlo Simulation

Session Chairman: Frances Hill
Army High Performance Computing Research Center

Peter Politzer

Tibor Koritsanszky

Tigran Shahbazyan

6 Session

A Survey of Both Fundamental and Applied Aspects of Atomic and
Molecular Electrostatic Potentials

Atomic Density Radial Functions from Molecular Densities

Ultrafast Auger Spectroscopy of Quantum Well Excitons in Strong
Magnetic Field

John Watts
Jackson State University

Session Chairman:

Yasuyuki Ishikawa
Ilya Yanov

Frank Hagelberg

Leonid Gorb

Direct ab Initio Molecular Dynamics Study of C* + H,0
Quantum Transport in Nanostructures

Nonadiabatic Evolution of Electronic States by Electron Nuclear
Dynamics Theory

Double Proton Transfer in DNA Base Pairs and Prototypic Complexes
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Ab Initio Study of the Structure and Properties of Uric Acid
R.N. Allen, M.K. Shukla and Jerzy Leszczynski

Computational Studies on Novel Steroid-Nucleoside Conjugates
April Anderson, Claudia Eybl, Henry Joung Lee, Zhengqing You, Jesse Edwards

Theoretical Studies of Analogs of the Roger Brown Rearrangement
Arezue Boroujerdi and Svein Saebeg

Review of QR-SC-MEH-MO Calculations of M, Molecules (M = Cr, Mo, W, Sg)

Edward A. Boudreaux and Eric Baxter

Theoretical Calculation of the lonization Potentials of the DNA Bases in Aqueous

Solution
D. M. Close

Tricyclo[3.2.0.0"*]heptane - a New Hypothetical Molecule with Unusual Spatial
Structure
H. Dodziuk, G. Dolgonos, J. Leszczynski

Molecular Modeling Study of Stabilization of Cy inside the Cavities of Higher

Fullerenes
Grigory Dolgonos

Homology Modeling of Horse Butyrylcholinesterase on a Torpedo

Acetylcholinesterase Template Using Molecular Dynamics Simulation
Eric W. Fisher and Margaret M. Hurley

Theoretical ab Initio Study of the Effects of Methylation on Structure and Stability of

Watson—Crick Base Pairs
Aviane Flood, Gareth Forde, Curinetha Hubbard, Latasha Salter, Glake Hill, Leonid Gorb and Jerzy
Leszczynski

Methylation of Isolated and Paired Nucleic Acid Fragments
Gareth Forde, Aviane Flood, Curinetha Hubbard, Latasha Salter, Glake Hill, Leonid Gorb and Jerzy
Leszczynski

Ab initio Comparison of Modified Adenine Derivative in tRNA
Angela D. Fortner, Tomekia Simeon, Glake Hill, Gareth Forde and Jerzy Leszczynski

Double Proton Transfer in DNA Base Pairs and Prototypic Complexes
L. Gorb, Y. Podolyan, J. Leszczynski

Nonadiabatic Evolution of Electronic States by Electron Nuclear Dynamics Theory
Frank Hagelberg

Theoretical Modeling of Cisplatin and Cisplatin Analogs
Glake Hill, Jr., Robert Gora, Gareth Forde, Leonid Gorb, Szczepan Roszak and Jerzy Leszczynski

Conventional Strain Energy in the Diazetidines and the Diphosphetanes
Patricia L. Honea, Ashley L. Ringer, and David H. Magers

A Multicentered Approach to Integrated QM/QM Calculations: Applications to

Multiply Hydrogen Bonded Systems
Brian W. Hopkins and Gregory S. Tschumper
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28 Theoretical AM1 Studies of Inclusion Complexes of 2-Hydroxypropyl-f-

Cyclodextrins with Methylated Phenols
Ming-Ju Huang

29 The Reactivity of Methanediazonium lon and AT Base Pairs
Curinetha Hubbard, Aviane Flood, Gareth Forde, Latasha Salter, Glake Hill, Leonid Gorb and Jerzy
Leszczynski

30 Conventional Ring Strain in Unsaturated Four-Membered Rings
Shelley S. Huskey and David H. Magers

31 Gas—Phase Conformations of RDX: A DFT Study

Olexandr K. Isayev, Leonid Gorb, and Jerzy Leszczynski

32 Direct Ab Initio Molecular Dynamics Study of C* + H,0O

Yasuyuki Ishikawa, Tsutomu Ikegami, and R. C. Binning, Jr.

33 Determination of Octanol-Water Partition Coefficients from Chemical Potential

Calculations
Harsh Jain

34 Ab initio Study Non Watson-Crick Like Hydrogen-Bonding of Pyramidine in tRNA
Cynthia Jeffries, Tomekia Simeon, Glake Hill, Gareth Forde, Jerzy Leszczynski

35 Exploring the Relationships between Molecular Surface Electrostatic Potentials,

Local lonization Energy and Local Polarizability
Pin Jin, Jane S. Murray and Peter Politzer

36 Atomic Radial Functions from Molecular Densities
Tibor Koritsanszky

37 Quantum-Chemical Research of Chemical Scaveging Effects in Radical Reactions
Kukueva V.V.

39 Binding Energies of Monovalent and Divalent Cations with TNT
L. Jami Lewis and David H. Magers

40 Conformational Energetics of Naphthylquinoline Derivatives
Jeanann Lovell, G. Reid Bishop, and David H. Magers

41 The Effects of Substitutions within the Ring and Substituents on the Ring to the

Computation of Conventional Strain Energy
David H. Magers

42 Application of Designer Polynomials to the Soft-Coulomb Potential in One-

Dimension
Clausell Mathis

43 Adsorption of Sarin and Soman on Dickite: ab initio ONIOM Study
A. Michalkova, L. Gorb, M. Ilchenko, O. A. Zhikol, O. V. Shishkin, J. Leszczynski

45 Theoretical Study of Adsorption and Decomposition of Sarin on Magnesium Oxide
A. Michalkova, M. Ilchenko, L. Gorb, J. Leszczynski
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Density Functional Theory Study of Regiochemical Aspects of Trimethylsilyloxirane

and tert-Butiloxirane Methanolysis Reaction
S.I. Okovyty, L.G. Gorb, E.A. Kurochkin, J. Leszczynski

An Investigation of the 'H and "*C NMR Chemical Shifts in Oxiranes Using

Magnetically Corrected Basis Sets
S.I. Okovytyy, L.I. Kasyan, V.V. Rossikhin, L.K. Umrikhina, J. Leszczynski

Identification of the Stereoisomers of Tetrahydroindene Diepoxide: A Combined

Experimental and Theoretical 'H and *C NMR Study
S.I. Okovytyy, L.I. Kasyan, M.F.Seferova, V.V. Rossikhin, L.K. Umrikhina, J. Leszczynski

Development of New Computational Program for the Second—Order Magnetic

Properties Calculations
S.I. Okovytyy, E.O. Voronkov, V.V. Rossikhin, A.K. Balalayev, J. Leszczynski

Film Growth in Aqueous Solution of Hydrophobic and Polar Groups on an

Adsorbing Substrate by Monte Carlo Simulation
R.B. Pandey

High-Level ab initio Comparison Study of the Hydrogen—-Bonded Cyclic Complexes

Yevgeniy Podolyan and Jerzy Leszczynski

A Survey of both Fundamental and Applied Aspects of Atomic and Molecular

Electrostatic Potentials
Peter Politzer

Theoretical Predictions of Chemical Degradation Reaction Mechanisms of Cyclic
(RDX HMX) and Caged Nitramines (ONC, TNTAC) as Related to Their Molecular

Structures
Mohammad (Mo) M. Qasim, Herbert Frederickson, Chris McGrath, John Furey, Rakesh Bajpai

Conventional Strain Energy and the gem-dimethyl Effect
Ashley L. Ringer, Patricia L. Honea, and David H. Magers

Expansion of Force Field for Considering the Nonrigidity of Amino Group in DNA

bases. Preliminary Data
Teri Robinson, Leonid Gorb, Valeri Poltev and Jerzy Leszczynski

Charge Exchange in Highly Charged lon-Atom Collisions
Bidhan C. Saha

Theoretical Study on Molecular Structures and Thermodynamical Properties of

Selected Lanthanide Halides
Julia Saloni, Szczepan Roszak, and Jerzy Leszczynski

Theoretical Study of Gas Phase Tautomerization Reactions for the Ground and

First Excited Electronic States of Adenine
Latasha M. Salter and Galina M. Chaban

Ultrafast Auger Spectroscopy of Quantum Well Excitons in Strong Magnetic Field
Tigran Shahbazyan
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68 The Molecular Structures and Nature of Interactions in NoH™-X,, (X = He, Ne, n = 1

- 17) Complexes
Yinghong Sheng, Szczepan Roszak, and Jerzy Leszczynski

69 An ab initio Study of Non-Classical Purine Interactions of tRNA
Tomekia Simeon, Glake Hill, Gareth Forde, and Jerzy Leszczynski

70 Applications of the Theory of Intermolecular Interactions in Molecular Modeling
W. Andrzej Sokalski

71 The Effects of Non-Classical Triad Binding on Watson-Crick GC Interactions in t-
RNA
Chi-Cobi Speaks, Tomekia Simeon, Glake Hill, Gareth Forde, Jerzy Leszcynski

72 Reactive Bond-Order Simulations using both Spatial and Temporal Approaches to
Parallelism
Steven J. Stuart, Yang Li, S. B. Gowda, H. Sanghavi, J. W. Mintmire, B.M. Dickson, O. Kum, B. P.
Uberuaga, A. F. Voter

73 Structure and Property of Polyhydrated Complexes of Guanine: A Density

Functional Study
Oleg S. Sukhanov, Oleg V. Shishkin, Leonid Gorb, and Jerzy Leszczynski

74 Molecular Properties of Protonated Homogenous and Mixed Carbon Oxide and

Carbon Dioxide Clusters
Jaroslaw J. Szymczak, Szczepan Roszak, and Jerzy Leszczynski

75 Modeling of the Zn #* and Mn?** Aquacomplexes Electroreduction Reaction
V.F. Vargalyuk, V.A. Seredyuk

77 Interactions of Fasciculin 2 with AChE: A DFT-Based Molecular Dynamics and

Quantum Chemical Study
Jing Wang and Jerzy Leszczynski

79 Molecular Structure, Vibrational Frequencies, Energetics, and Excited States of the

HOONO" Ion
John D. Watts and Joseph S. Francisco

80 Molecular Dynamics Studies of Interactions between Calcium—Containing Crystals

and Phospholipid Membranes
Andrzej Wierzbicki, Pranav Dalal, Jeffry D. Madura, and Herman S. Cheung

81 The Effects of cis-Pt(LH3)2CI2 (L = N, P, As) on the Structure of Nucleic Acid
Bases
Adrian Wilson, Glake Hill, Gareth Forde, Leonid Gorb and Jerzy Leszczynski

82 Quantum Transport in Nanostructures
Ilya Yanov and Jerzy Leszczynski

83 MCSCF Study of the Thermal Isomerization of Quadricyclane to Norbornadiene
Zhendong Zhao, Changyong Qin, and Steven R. Davis
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