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Source: CHEMICAL PHYSICS, 34 (1): 17-27 1978
ISSN: 0301-0104

Author(s): Kato, M; Pisliakov, AV; Warshel, A

Title: The barrier for proton transport in aquaporins as a challenge for
electrostatic models: The role of protein relaxation in mutational
calculations

Source: PROTEINS-STRUCTURE FUNCTION AND BIOINFORMATICS,
64 (4): 829-844 SEP 1 2006

ISSN: 0887-3585

Author(s): Madura, JD; Nakajima, Y; Hamilton, RM; et al.

Title: Calculations of the electrostatic free energy contributions to the
binding free energy of sulfonamides to carbonic anhydrase

Source: STRUCTURAL CHEMISTRY, 7 (2): 131-138 APR 1996

ISSN: 1040-0400

Author(s): WARSHEL, A; AQVIST, J

Title: ELECTROSTATIC CORRELATION OF STRUCTURE AND FUNCTION
IN PROTEINS

Source: CHEMICA SCRIPTA, 29A: 75-83 SEP 1989
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ISSN: 0004-2056

Author(s): WARSHEL, A; CHURG, AK 0 0 0
Title: CONVERTING STRUCTURAL-CHANGES UPON OXIDATION OF

CYTOCHROME-C TO ELECTROSTATIC REORGANIZATION ENERGY

Source: JOURNAL OF MOLECULAR BIOLOGY, 168 (3): 693-697 1983

ISSN: 0022-2836

Author(s): WARSHEL, A (6] 0] (0]
Title: ANHARMONICITY IN CRYSTAL VIBRATIONS

Source: JOURNAL OF CHEMICAL PHYSICS, 54 (12): 5324-& 1971

ISSN: 0021-9606

Author(s): Warshel, A; Sharma, PK; Kato, M; et al.

Title: Modeling electrostatic effects in proteins

Source: BIOCHIMICA ET BIOPHYSICA ACTA-PROTEINS AND
PROTEOMICS, 1764 (11): 1647-1676 NOV 2006

ISSN: 1570-9639

Author(s): Papazyan, A; Warshel, A 1 1 2
Title: Effect of solvent discreteness on solvation

Source: JOURNAL OF PHYSICAL CHEMISTRY B, 102 (27): 5348-5357

JUL 2 1998

ISSN: 1089-5647

Author(s): DAUBER, P; BRITH, M; HULER, E; et al. 0 1 0
Title: VIBRONIC STRUCTURE OF CRYSTALLINE ETHYLENE

Source: CHEMICAL PHYSICS, 7 (1): 108-115 1975

ISSN: 0301-0104

Author(s): Olsson, MHM; Warshel, A

Title: Monte Carlo simulations of proton pumps: On the working
principles of the biological valve that controls proton pumping in
cytochrome c oxidase

Source: PROCEEDINGS OF THE NATIONAL ACADEMY OF SCIENCES
OF THE UNITED STATES OF AMERICA, 103 (17): 6500-6505 APR 25
2006

ISSN: 0027-8424

Author(s): Parson, WW; Warshel, A 0 2
Title: Dependence of photosynthetic electron-transfer kinetics on

temperature and energy in a density-matrix model

Source: JOURNAL OF PHYSICAL CHEMISTRY B, 108 (29):

10474-10483 JUL 22 2004

ISSN: 1520-6106

Author(s): Jen, CF; Warshel, A 0 2 1
Title: Microscopic based density matrix treatments of electron-transfer

reactions in condensed phases

Source: JOURNAL OF PHYSICAL CHEMISTRY A, 103 (51):

11378-11386 DEC 23 1999

ISSN: 1089-5639

Author(s): Kato, M; Warshel, A 0
Title: Through the channel and around the channel: Validating and

comparing microscopic approaches for the evaluation of free energy

profiles for ion penetration through ion channels

Source: JOURNAL OF PHYSICAL CHEMISTRY B, 109 (41):

19516-19522 OCT 20 2005

ISSN: 1520-6106

Author(s): Strajbl, M; Florian, J; Warshel, A 0 1 0
Title: Ab initio/LD studies of chemical reactions in solution: Reference

free-energy surfaces for acylation reactions occurring in serine and

cysteine proteases

Source: INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY, 77 (1):

44-53 MAR 5 2000

ISSN: 0020-7608

Author(s): CHU, ZT; WARSHEL, A; PARSON, WW 0 0 0
Title: MICROSCOPIC SIMULATION OF QUANTUM DYNAMICS AND

NUCLEAR TUNNELING IN BACTERIAL REACTION CENTERS

Source: PHOTOSYNTHESIS RESEARCH, 22 (1): 39-46 OCT 1989

ISSN: 0166-8595

Author(s): Klahn, M; Rosta, E; Warshel, A
Title: On the mechanism of hydrolysis of phosphate monoesters
dianions in solutions and proteins
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Source: JOURNAL OF THE AMERICAN CHEMICAL SOCIETY, 128 (47):
15310-15323 NOV 29 2006
ISSN: 0002-7863

Author(s): Trajbl, M; Hong, GY; Warshel, A 0
Title: Ab initio QM/MM simulation with proper sampling: "First

principle™ calculations of the free energy of the autodissociation of

water in aqueous solution

Source: JOURNAL OF PHYSICAL CHEMISTRY B, 106 (51):

13333-13343 DEC 26 2002

ISSN: 1520-6106

Author(s): Mehler, EL; Warshel, A 0
Title: Comment on "A fast and simple method to calculate protonation
states in proteins"

Source: PROTEINS-STRUCTURE FUNCTION AND GENETICS, 40 (1):

1-3 JUL 1 2000

ISSN: 0887-3585

Author(s): HWANG, JK; WARSHEL, A 0
Title: SEMICLASSICAL SIMULATIONS OF THE SPECTRA OF

ANHARMONIC MOLECULES - PROBLEMS AND ALTERNATIVES

Source: CHEMICAL PHYSICS LETTERS, 115 (3): 281-285 1985

ISSN: 0009-2614

Author(s): Xiang, Y; Oelschlaeger, P; Florian, J; et al.

Title: Simulating the effect of DNA polymerase mutations on
transition-state energetics and fidelity: Evaluating amino acid group
contribution and allosteric coupling for ionized residues in human pol
beta

Source: BIOCHEMISTRY, 45 (23): 7036-7048 JUN 13 2006

ISSN: 0006-2960

Author(s): Shurki, A; Strajbl, M; Schutz, CN; et al.

Title: Electrostatic basis for bioenergetics

Source: ENERGETICS OF BIOLOGICAL MACROMOLECULES, PT E
METHODS IN ENZYMOLOGY, 380: 52-84 2004

ISSN: 0076-6879

Author(s): Warshel, A; Villa-Freixa, J 0
Title: Comment on "Effect of active site mutation Phe93 -> Trp in the
horse liver alcohol dehydrogenase enzyme on catalysis: A molecular
dynamics study"

Source: JOURNAL OF PHYSICAL CHEMISTRY B, 107 (44):

12370-12371 NOV 6 2003

ISSN: 1520-6106

Author(s): Warshel, A 0
Title: Perspective on "The energetics of enzymatic reactions" -

Warshel A (1978) Proc Natl Acad Sci USA 75 : 5250

Source: THEORETICAL CHEMISTRY ACCOUNTS, 103 (3-4): 337-339

FEB 2000

ISSN: 1432-881X

Author(s): HULER, E; WARSHEL, A 0
Title: CONSISTENT CALCULATION OF LATTICE-DYNAMICS USING
SEMIEMPIRICAL POTENTIAL FUNCTIONS

Source: CHEMICAL PHYSICS, 8 (1-2): 239-244 1975

ISSN: 0301-0104

Author(s): SCHLESSI.J; WARSHEL, A 0
Title: CALCULATIONS OF CD AND CPL SPECTRA AS A TOOL FOR
EVALUATION OF CONFORMATIONAL DIFFERENCES BETWEEN GROUND
AND EXCITED-STATES OF CHIRAL MOLECULES

Source: CHEMICAL PHYSICS LETTERS, 28 (3): 380-383 1974

ISSN: 0009-2614

Author(s): Olsson, MHM; Siegbahn, PEM; Warshel, A

Title: Simulating large nuclear quantum mechanical corrections in
hydrogen atom transfer reactions in metalloenzymes

Source: JOURNAL OF BIOLOGICAL INORGANIC CHEMISTRY, 9 (1):
96-99 JAN 2004

ISSN: 0949-8257

Author(s): Warshel, A; Chu, ZT; Parson, WW 0
Title: Two-dimensional free energy surfaces for primary electron

transfer in a photosynthetic reaction center

Source: CHEMICAL PHYSICS LETTERS, 265 (1-2): 293-296 JAN 31
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1997
ISSN: 0009-2614

Author(s): Hong, GY; Rosta, E; Warshel, A 0 3 3
Title: Using the constrained DFT approach in generating diabatic

surfaces and off diagonal empirical valence bond terms for modeling

reactions in condensed phases

Source: JOURNAL OF PHYSICAL CHEMISTRY B, 110 (39):

19570-19574 OCT 5 2006

ISSN: 1520-6106

Author(s): Kato, M; Warshel, A 1 2 3
Title: Using a charging coordinate in studies of ionization induced

partial unfolding

Source: JOURNAL OF PHYSICAL CHEMISTRY B, 110 (23):

11566-11570 JUN 15 2006

ISSN: 1520-6106

Author(s): Braun-Sand, S; Olsson, MHM; Warshel, A 0 2 1 3
Title: Computer modeling of enzyme catalysis and its relationship to

concepts in physical organic chemistry

Source: ADVANCES IN PHYSICAL ORGANIC CHEMISTRY, VOL 40

ADVANCES IN PHYSICAL ORGANIC CHEMISTRY, 40: 201-245 2005

ISSN: 0065-3160

Author(s): Sucato, CA; Upton, TG; Kashemirov, BA; et al. 2 2
Title: Modifying the beta,gamma leaving-group bridging oxygen alters

nucleotide incorporation efficiency, fidelity, and the catalytic

mechanism of DNA polymerase beta

Source: BIOCHEMISTRY, 46 (2): 461-471 JAN 16 2007

ISSN: 0006-2960

Author(s): Burykin, A; Warshel, A 1 1 2
Title: Membranes assembled from narrow carbon nanotubes block

proton transport and can form effective nano-filtration devices

Source: JOURNAL OF COMPUTATIONAL AND THEORETICAL

NANOSCIENCE, 3 (2): 237-242 APR 2006

ISSN: 1546-1955

Author(s): Warshel, A 0 2 0 2
Title: Inverting the selectivity of aquaporin 6: Gating versus direct

electrostatic interaction

Source: PROCEEDINGS OF THE NATIONAL ACADEMY OF SCIENCES

OF THE UNITED STATES OF AMERICA, 102 (6): 1813-1814 FEB 8

2005

ISSN: 0027-8424

Author(s): Shurki, A; Villa, J; Warshel, A 0 0 0 1 1 2
Title: How important is the steric contribution (NAC) to enzyme

catalysis?

Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL

SOCIETY, 223: 268-PHYS Part 2 APR 7 2002

ISSN: 0065-7727

Author(s): Villa, J; Bentzien, J; Gonzalez-Lafont, A; et al. 0 0 0 0 1 2
Title: Effective way of modeling chemical catalysis: Empirical valence

bond picture of role of solvent and catalyst in alkylation reactions

Source: JOURNAL OF COMPUTATIONAL CHEMISTRY, 21 (8): 607-625

JUN 2000

ISSN: 0192-8651

Author(s): Florian, J; Warshel, A 1 0] (0] 1 0 2
Title: Quantum-chemical insights into mechanisms of the

nonenzymatic hydrolysis of phosphate monoesters

Source: PHOSPHORUS SULFUR AND SILICON AND THE RELATED

ELEMENTS, 146: 525-528 1999

ISSN: 1042-6507

Author(s): Liu, HB; Warshel, A 1 1
Title: The catalytic effect of dihydrofolate reductase and its mutants is

determined by reorganization energies

Source: BIOCHEMISTRY, 46 (20): 6011-6025 MAY 22 2007

ISSN: 0006-2960

Author(s): Warshel, A; Sharma, PK; Chu, ZT; et al. 1 1
Title: Electrostatic contributions to binding of transition state

analogues can be very different from the corresponding contributions

to catalysis: Phenolates binding to the oxyanion hole of ketosteroid
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265.

isomerase
Source: BIOCHEMISTRY, 46 (6): 1466-1476 FEB 13 2007
ISSN: 0006-2960

Author(s): Warshel, A; Villa, J; Strajbl, M; et al.

Title: Using computer simulations to elucidate the origin of enzyme
catalysis.

Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 221: 49-COMP Part 1 APR 1 2001

ISSN: 0065-7727

Author(s): Sham, YY; Muegge, I; Warshel, N

Title: Effect of protein relaxation on charge-charge interaction and
dielectric constants in protein.

Source: BIOPHYSICAL JOURNAL, 76 (1): A198-A198 Part 2 JAN 1999
ISSN: 0006-3495

Author(s): WARSHEL, A

Title: COMPUTER-SIMULATIONS OF CHARGE SEPARATION
PROCESSES IN MODEL COMPOUNDS AND BACTERIAL REACTION
CENTERS

Source: PHOTOSYNTHESIS RESEARCH, 34 (1): 91-91 OCT 1992
ISSN: 0166-8595

Author(s): WARSHEL, A

Title: SIMULATIONS OF CHEMICAL-REACTIONS IN SOLUTIONS AND
IN ENZYMES

Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 197: 101-PHYS APR 9 1989

ISSN: 0065-7727

Author(s): KING, G; WARSHEL, A

Title: THE SURFACE CONSTRAINT ALL-ATOM SOLVENT MODEL
Source: BIOPHYSICAL JOURNAL, 49 (2): A491-A491 Part 2 FEB 1986
ISSN: 0006-3495

Author(s): HWANG, JK; WARSHEL, A

Title: A SHORTCUT FOR MULTIDIMENSIONAL QUANTIZATION - THE
AVERAGE PARTIAL ACTIONS METHOD

Source: CHEMICAL PHYSICS LETTERS, 118 (3): 289-292 1985
ISSN: 0009-2614

Author(s): Liu, HB; Warshel, A

Title: Origin of the temperature dependence of isotope effects in
enzymatic reactions: The case of dihydrofolate reductase

Source: JOURNAL OF PHYSICAL CHEMISTRY B, 111 (27): 7852-7861
JUL 12 2007

ISSN: 1520-6106

Author(s): Sharma, PK; Chu, ZT; Olsson, MHM; et al.

Title: A new paradigm for electrostatic catalysis of radical reactions in
vitamin B-12 enzymes

Source: PROCEEDINGS OF THE NATIONAL ACADEMY OF SCIENCES
OF THE UNITED STATES OF AMERICA, 104 (23): 9661-9666 JUN 5
2007

ISSN: 0027-8424

Author(s): Roca, M; Messer, B; Warshel, A

Title: Electrostatic contributions to protein stability and folding energy
Source: FEBS LETTERS, 581 (10): 2065-2071 MAY 15 2007

ISSN: 0014-5793

Author(s): Olsson, MHM; Slegbahn, PEM; Blomberg, MRA; et al.
Title: Exploring pathways and barriers for coupled ET/PT in
cytochrome c oxidase: A general framework for examining energetics
and mechanistic alternatives

Source: BIOCHIMICA ET BIOPHYSICA ACTA-BIOENERGETICS, 1767
(3): 244-260 MAR 2007

ISSN: 0005-2728

Author(s): Martinek, V; Bren, U; Goodman, MF; et al.
Title: DNA polymerase beta catalytic efficiency mirrors the
Asn279-dCTP H-bonding strength

Source: FEBS LETTERS, 581 (4): 775-780 FEB 20 2007
ISSN: 0014-5793
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266. Author(s): Oelschlaeger, P; Klahn, M; Beard, WA; et al. 0 0 0.00
Title: Magnesium-cationic dummy atom molecules enhance
representation of DNA polymerase beta in molecular dynamics
simulations: Improved accuracy in studies of structural features and
mutational effects
Source: JOURNAL OF MOLECULAR BIOLOGY, 366 (2): 687-701 FEB
16 2007
ISSN: 0022-2836

267. Author(s): Warshel, A 0] 0 0 0 0.00
Title: Using computer simulations to establish the key role of
electrostatic prereorganization energy in enzyme catalysis
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 230: U541-U541 83-BIOL AUG 28 2005
ISSN: 0065-7727

268. Author(s): Rosta, E; Warshel, A 0 0 0 0 0.00
Title: Ab initio free energies of enzymatic reactions using model
potentials.
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 229: U743-U743 270-PHYS Part 2 MAR 13 2005
ISSN: 0065-7727

269. Author(s): Kato, M; Warshel, A 0 0 0 0 0.00
Title: Exploring microscopic simulation methods for ion transport
energetics in gramicidin.
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 229: U776-U777 485-PHYS Part 2 MAR 13 2005
ISSN: 0065-7727

270. Author(s): Braun-Sand, S; Warshel, A 0 0 0 0 0.00
Title: Simulating the primary proton transport event in
bacteriorhodopsin
Source: BIOPHYSICAL JOURNAL, 88 (1): 507A-507A Part 2 Suppl. S
JAN 2005
ISSN: 0006-3495

271. Author(s): Olsson, MHM; Warshel, A 0 0 0 0 0.00
Title: Simulating redox coupled proton transfer in cytochrome c
oxidase
Source: BIOPHYSICAL JOURNAL, 88 (1): 548A-548A Part 2 Suppl. S
JAN 2005
ISSN: 0006-3495

272. Author(s): Braun-Sand, S; Warshel, A 0 0 0 0 0 0.00
Title: Studies of proton translocations in biological systems.
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 228: U189-U189 109-BIOL Part 1 AUG 22 2004
ISSN: 0065-7727

273. Author(s): Warshel, A 0 0 0 0 0 0.00
Title: Challenges and advances in QM/MM methods for studies of
energetics and dynamics of biological systems.
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 228: U235-U235 232-PHYS Part 2 AUG 22 2004
ISSN: 0065-7727

274. Author(s): Warshel, A 0 [¢] 0 0 0 0.00
Title: Simulating phosphate hydrolysis in key biological reactions.
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 228: U308-U308 728-PHYS Part 2 AUG 22 2004
ISSN: 0065-7727

275. Author(s): Olsson, MHM; Warshel, A 0 0 0 0 0 0.00
Title: Simulations of the large kinetic isotope effect and the
temperature dependence of the hydrogen atom transfer in
lipoxygenase.
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 227: U312-U313 355-PHYS Part 2 MAR 28 2004
ISSN: 0065-7727

276. Author(s): Burykin, A; Warshel, A (0] (o] 0 0 0 0.00
Title: What really prevents proton transport through aquaporin?
Charge self-energy versus proton wire proposals
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 227: U319-U319 397-PHYS Part 2 MAR 28 2004
ISSN: 0065-7727
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277. Author(s): Rosta, E; Warshel, A 0 0 0 0 0 0.00
Title: Ab initio QM/MM simulation with proper sampling: A study of
the reaction of orotidine-5 '-monophosphate decarboxylase
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 227: U320-U320 407-PHYS Part 2 MAR 28 2004
ISSN: 0065-7727

278. Author(s): Kato, N; Warshel, A 0 0 0 0 0 0.00
Title: Calculations of binding free energies for chorismate mutase
inhibitors.
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 227: U322-U323 422-PHYS Part 2 MAR 28 2004
ISSN: 0065-7727

279. Author(s): Warshel, A 0 0 0 0 0 0 0.00
Title: Implicit and explicit electrostatic models for structure function
correlation of biomolecules.
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 225: U745-U745 087-COMP Part 1 MAR 2003
ISSN: 0065-7727

280. Author(s): Rosta, E; Warshel, A 0 0 0 0 0 0 0.00
Title: Analytical derivatives for langevin dipoles solvation model
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 225: U771-U771 249 Part 1 MAR 2003
ISSN: 0065-7727

281. Author(s): Strajbl, M; Hong, GY; Warshel, A 0 0 0 0 0 0 0.00
Title: Ab-initio QM/MM calculations of free energies
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 225: U771-U771 250 Part 1 MAR 2003
ISSN: 0065-7727

282. Author(s): Hong, GY; Strajbl, M; Warshel, A 0 0 0 0 0 0 0.00
Title: QM(CDFT)/MM molecular dynamic free energy studies of
enzymatic reactions
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 225: U771-U771 25 Part 1 MAR 2003
ISSN: 0065-7727

283. Author(s): Burykin, A; Warshel, A 0 0 0 0 0 0.00
Title: What really prevents proton transport through aquaporin?
Charge selfenergy versus proton wire proposals.
Source: BIOPHYSICAL JOURNAL, 86 (1): 612A-612A Part 2 Suppl. S
JAN 2004
ISSN: 0006-3495

284. Author(s): Strajbl, M; Shurky, A; Warshel, A 0 0 0 0 0 0 0.00
Title: Energetics of ATP synthase: Conversion of the conformational
changes to electrostatic energies.
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 225: U455-U455 147-PHYS Part 2 MAR 2003
ISSN: 0065-7727

285. Author(s): Burykin, A; Kato, M; Warshel, A 0 0 0 0 0 0 0.00
Title: Simulating ion current and selectivity in realistic models of the
KcsA potassium channel.
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 225: U462-U462 193-PHYS Part 2 MAR 2003
ISSN: 0065-7727

286. Author(s): Warshel, A (6] (0] (6] 0 0 (6] 0.00
Title: lon selectivity in ion channel as a challenge for electrostatic
modeling of proteins.
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 225: U468-U468 234-PHYS Part 2 MAR 2003
ISSN: 0065-7727

287. Author(s): Shurki, A; Strajbl, M; Warshel, A 0 0 0 0 0 0 0.00
Title: ATP synthase - An energy based insight.
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 225: U516-U516 452-PHYS Part 2 MAR 2003
ISSN: 0065-7727

288. Author(s): Warshel, Y 0 0 0 0 0 0 0.00
Title: 'Dear BBC': Children, television storytelling and the public
sphere
Source: JOURNAL OF COMMUNICATION, 53 (4): 735-737 DEC 2003
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ISSN: 0021-9916

Author(s): Shaw, WB; Gragg, DJ; Warshel, EV; et al.
Title: ASCP-BOR honors 50-year certificants

Source: LABORATORY MEDICINE, 34 (5): 6-7 MAY 2003
ISSN: 0007-5027

Author(s): Florian, J; Shurki, A; Warshel, A

Title: Empirical valence bond strategies for phosphoryl and nucleotidyl
transfer reactions.

Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 224: 070-COMP Part 1 AUG 18 2002

ISSN: 0065-7727

Author(s): Warshel, A; Villa, J; Glennon, T

Title: How does GAP catalyze the GTPase reaction of RAS?
Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 223: 041-PHYS Part 2 APR 7 2002

ISSN: 0065-7727

Author(s): Florin, J; Goodman, MF; Warshel, A

Title: Computer simulations of the replication fidelity of DNA
polymerase T7.

Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 223: 168-PHYS Part 2 APR 7 2002

ISSN: 0065-7727

Author(s): Warshel, A

Title: Electrostatic aspects of structure-function correlation in
biomolecules; From PKA calculations to studies of signal transduction
and ion channels.

Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 223: 182-PHYS Part 2 APR 7 2002

ISSN: 0065-7727

Author(s): Schutz, CN; Warshel, A

Title: What are the dielectric "constants™ of proteins and how to
validate electrostatic models?

Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 223: 376-PHYS Part 2 APR 7 2002

ISSN: 0065-7727

Author(s): Burykin, A; Schutz, CN; Villa, J; et al.

Title: On-the-fly simulations of ion current in realistic models of ion
channels: The KcsA potassium channel

Source: BIOPHYSICAL JOURNAL, 82 (1): 1011 Part 2 JAN 2002
ISSN: 0006-3495

Author(s): Warshel, A; Villa, J; Shurki, A; et al.

Title: Pushing the frontiers of QM/MM methods for studies of
energetics and dynamics in large systems.

Source: ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL
SOCIETY, 222: 10-COMP Part 1 AUG 2001
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