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TITLE CITED BY YEAR
Comparison of simple potential functions for simulating liquid water 35806 1983
WL Jorgensen, J Chandrasekhar, JD Madura, RW Impey, ML Klein
The Journal of chemical physics 79 (2), 926-935
Constant pressure molecular dynamics algorithms 4460 1994
GJ Martyna, DJ Tobias, ML Klein
The Journal of chemical physics 101 (5), 4177-4189
Nosé—Hoover chains: The canonical ensemble via continuous dynamics 4210 1992
GJ Martyna, ML Klein, M Tuckerman
The Journal of chemical physics 97 (4), 2635-2643
Constant pressure molecular dynamics for molecular systems 2914 1983
S Nosé, ML Klein
Molecular Physics 50 (5), 1055-1076
Explicit reversible integrators for extended systems dynamics 1926 1996
GJ Martyna, ME Tuckerman, DJ Tobias, ML Klein
Molecular Physics 87 (5), 1117-1157
Revolutionizing science and engineering through cyberinfrastructure: Report 142 * 2003

of the National Science Foundation blue-ribbon advisory panel on

cyberinfrastructure
DE Atkins
National Science Foundation

On the quantum nature of the shared proton in hydrogen bonds 809 1997
ME Tuckerman, D Marx, ML Klein, M Parrinello
Science 275 (5301), 817-820

Self-assembly of Janus dendrimers into uniform dendrimersomes and other 674 2010

complex architectures
V Percec, DA Wilson, P Leowanawat, CJ Wilson, AD Hughes, ...
Science 328 (5981), 1009-1014
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Using collective variables to drive molecular dynamics simulations 646 2013
G Fiorin, ML Klein, J Hénin
Molecular Physics 111 (22-23), 3345-3362

Accurate first-principles structures and energies of diversely bonded 640 2016

systems from an efficient density functional
J Sun, RC Remsing, Y Zhang, Z Sun, A Ruzsinszky, H Peng, Z Yang, ...
Nature chemistry 8 (9), 831-836

From molecules to materials: Current trends and future directions 610 1998
P Alivisatos, PF Barbara, AW Castleman, J Chang, DA Dixon, ML Klein, ...
Advanced Materials 10 (16), 1297-1336

A coarse grain model for phospholipid simulations 607 2001
JC Shelley, MY Shelley, RC Reeder, S Bandyopadhyay, ML Klein
The Journal of Physical Chemistry B 105 (19), 4464-4470

A polarizable model for water using distributed charge sites 598 1988
M Sprik, ML Klein
The Journal of chemical physics 89 (12), 7556-7560

Coarse grain models and the computer simulation of soft materials 580 2004
SO Nielsen, CF Lopez, G Srinivas, ML Klein
Journal of Physics: Condensed Matter 16 (15), R481

De novo design of antimicrobial polymers, foldamers, and small molecules: 553 2010

from discovery to practical applications
GN Tew, RW Scott, ML Klein, WF DeGrado
Accounts of chemical research 43 (1), 30-39

Molecular model for aqueous ferrous—ferric electron transfer 550 1988
RA Kuharski, JS Bader, D Chandler, M Sprik, ML Klein, RW Impey
The Journal of chemical physics 89 (5), 3248-3257

Simulation of a monolayer of alkyl thiol chains 548 1989
J Hautman, ML Klein
The Journal of Chemical Physics 91 (8), 4994-5001

De novo design of biomimetic antimicrobial polymers 538 2002
GN Tew, D Liu, B Chen, RJ Doerksen, J Kaplan, PJ Carroll, ML Klein, ...
Proceedings of the National Academy of Sciences 99 (8), 5110-5114

Efficient molecular dynamics and hybrid Monte Carlo algorithms for path 524 1993

integrals
ME Tuckerman, BJ Berne, GJ Martyna, ML Klein
The Journal of Chemical Physics 99 (4), 2796-2808

Intermolecular potential functions and the properties of water 476 1982
JR Reimers, RO Watts, ML Klein
Chemical Physics 64 (1), 95-114
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Large-scale molecular dynamics simulations of self-assembling systems 460 2008
ML Klein, W Shinoda
Science 321 (5890), 798-800

Multi-property fitting and parameterization of a coarse grained model for 450 2007

aqueous surfactants
W Shinoda, R DeVane, ML Klein
Molecular Simulation 33 (1-2), 27-36

Probing the structure of DNA- carbon nanotube hybrids with molecular 447 2008
dynamics

RR Johnson, ATC Johnson, ML Klein

Nano letters 8 (1), 69-75

Molecular-dynamics simulation of aqueous mixtures: methanol, acetone, 447 1990

and ammonia
M Ferrario, M Haughney, IR McDonald, ML Klein
The Journal of chemical physics 93 (7), 5156-5166

Emerging applications of polymersomes in delivery: From molecular 432 2007

dynamics to shrinkage of tumors
DE Discher, V Ortiz, G Srinivas, ML Klein, Y Kim, D Christian, S Cai, ...
Progress in polymer science 32 (8-9), 838-857

Self-assembly and properties of diblock copolymers by coarse-grain 419 2004

molecular dynamics
G Srinivas, DE Discher, ML Klein
Nature materials 3 (9), 638-644

Liquid water from first principles: Investigation of different sampling 412 2004

approaches
IFW Kuo, CJ Mundy, MJ McGrath, JI Siepmann, J VandeVondele, M Sprik, ...
The Journal of Physical Chemistry B 108 (34), 12990-12998

Exploring multidimensional free energy landscapes using time-dependent 408 2010

biases on collective variables
J Henin, G Fiorin, C Chipot, ML Klein
Journal of chemical theory and computation 6 (1), 35-47

Metadynamics as a tool for exploring free energy landscapes of chemical 402 2006

reactions
B Ensing, M De Vivo, Z Liu, P Moore, ML Klein
Accounts of chemical research 39 (2), 73-81

Rare gas solids 401 1976
ML Klein, ML Klein, JA Venables, JA Venables
Academic Press

Effective pair potentials and the properties of water 384 1989
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K Watanabe, ML Klein
Chemical Physics 131 (2-3), 157-167

Hydrogen bonding in water 378 2003
B Chen, | lvanov, ML Klein, M Parrinello
Physical Review Letters 91 (21), 215503

Second-order elastic constants of a solid under stress 371 1965
THK Barron, ML Klein
Proceedings of the Physical Society (1958-1967) 85 (3), 523

Shrinkage of a rapidly growing tumor by drug-loaded polymersomes: pH- 366 2006

triggered release through copolymer degradation
F Ahmed, RI Pakunlu, G Srinivas, A Brannan, F Bates, ML Klein, T Minko, ...
Molecular pharmaceutics 3 (3), 340-350

Efficient and general algorithms for path integral Car—Parrinello molecular 362 1996
dynamics

ME Tuckerman, D Marx, ML Klein, M Parrinello

The Journal of chemical physics 104 (14), 5579-5588

Path-integral Monte Carlo study of low-temperature He 4 clusters 349 1989
P Sindzingre, ML Klein, DM Ceperley
Physical review letters 63 (15), 1601

X-ray diffraction and computation yield the structure of alkanethiols on gold 341 2008
(111)

A Cossaro, R Mazzarello, R Rousseau, L Casalis, A Verdini, A Kohimeyer, ...

Science 321 (5891), 943-946

Understanding nature's design for a nanosyringe 341 2004
CF Lopez, SO Nielsen, PB Moore, ML Klein
Proceedings of the National Academy of Sciences 101 (13), 4431-4434

Molecular dynamics study of the self-assembled monolayer composed of S 308 1994
(CH2) 14CH3 molecules using an all-atoms model

W Mar, ML Klein

Langmuir 10 (1), 188-196

A recipe for the computation of the free energy barrier and the lowest free 287 2005

energy path of concerted reactions
B Ensing, A Laio, M Parrinello, ML Klein
The journal of physical chemistry B 109 (14), 6676-6687

Pairwise additive effective potentials for nitrogen 279 1980
CS Murthy, K Singer, ML Klein, IR McDonald
Molecular Physics 41 (6), 1387-1399

Ab initio theory and modeling of water 271 2017
M Chen, HY Ko, RC Remsing, MF Calegari Andrade, B Santra, Z Sun, ...
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Proceedings of the National Academy of Sciences 114 (41), 10846-10851

Superfluidity in clusters of p-H 2 molecules 270 1991
P Sindzingre, DM Ceperley, ML Klein
Physical review letters 67 (14), 1871

Nontoxic membrane-active antimicrobial arylamide oligomers 264 2004
D Liu, S Choi, B Chen, RJ Doerksen, DJ Clements, JD Winkler, ML Klein, ...
Angewandte Chemie International Edition 43 (9), 1158-1162

Constant pressure and temperature molecular dynamics simulation of a fully 264 1995

hydrated liquid crystal phase dipalmitoylphosphatidylcholine bilayer
K Tu, DJ Tobias, ML Klein
Biophysical journal 69 (6), 2558-2562

Zwitterionic lipid assemblies: molecular dynamics studies of monolayers, 259 2010

bilayers, and vesicles using a new coarse grain force field
W Shinoda, R DeVane, ML Klein
The Journal of Physical Chemistry B 114 (20), 6836-6849

Structure and mechanism of proton transport through the transmembrane 253 2010

tetrameric M2 protein bundle of the influenza A virus
R Acharya, V Carnevale, G Fiorin, BG Levine, AL Polishchuk, V Balannik, ...
Proceedings of the National Academy of Sciences 107 (34), 15075-15080

Constant-pressure molecular dynamics investigation of cholesterol effects in 252 1998
a dipalmitoylphosphatidylcholine bilayer

K Tu, ML Klein, DJ Tobias

Biophysical journal 75 (5), 2147-2156

Influence of a knot on the strength of a polymer strand 246 1999
AM Saitta, PD Soper, E Wasserman, ML Klein
Nature 399 (6731), 46-48

Molecular dynamics simulation of the effects of temperature on a dense 246 1990

monolayer of long-chain molecules
J Hautman, ML Klein
The Journal of chemical physics 93 (10), 7483-7492

Coarse-grained molecular modeling of non-ionic surfactant self-assembly 242 2008
W Shinoda, R DeVane, ML Klein
Soft Matter 4 (12), 2454-2462

Computer simulation studies of model biological membranes 237 2002
L Saiz, ML Klein
Accounts of chemical research 35 (6), 482-489

Atomic-scale molecular dynamics simulations of lipid membranes 232 1997
DJ Tobias, K Tu, ML Klein
Current opinion in colloid & interface science 2 (1), 15-26
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binding of interfacial waters to specific aluminols
R Wang, Y Zou, RC Remsing, NO Ross, ML Klein, V Carnevale, ...

Modeling the Ultrafast Electron Attachment Dynamics of Solvated Uracil 2021
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role of the S4-S5 linker in activation and slow inactivation
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The Early Stages of Polymer Crystallization: Nucleus-Induced Nucleation 2021

and Interfacial Structuring
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Modeling liquid water by climbing up Jacob's ladder in density functional 2021
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hydrogen bond network of liquid water
Z Sun, L Zheng, M Chen, M Klein, X Wu, F Paesani
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 256

Crystals, liquid crystals, plastic crystals, & more... 2018
M Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 256
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Ab initio theory and modeling of water 2018
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Computational study of mechanical properties of poly-phenylene 2018
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Water Interface
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Molecular dynamics simulations of alkali halide adsorption to water-alumina 2017
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Interlayer expanded layered manganese oxide for enhanced 2017

pseudocapacitive electrochemical energy storage
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Comparative analysis of the structural determinants of endogenous 2017

cannabinoids and activity of illicit drugs on cannabinoid receptors
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ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 253

Intercalation of metal ions into the interlayer region of layered manganese 2017

oxide for improved water oxidation electrocatalysis
D Strongin, A Thenuwara, S Shumlas, | McKendry, R Remsing, M Zdilla, ...
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Why does hydronium diffuse much faster than hydroxide in liquid water? 2017
M Chen, L Zheng, B Santra, HY Ho, R DiStasio Jr, M Klein, R Car, X Wu
APS March Meeting Abstracts 2017, A26. 007

Dynamics of N-methylacetamide in methanol via ab initio molecular 2017
dynamics

VK Yadav, ML Klein

APS March Meeting Abstracts 2017, K26. 003

Exploiting water density fluctuations in ion channel drug design 2017
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Optimal decomposition of hydrogen-bonded water clusters for drug design 2016
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Structural insight into agonist activity of cannabinoid receptor type-2 ligands 2016

using molecular dynamics simulation
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Exploring the role of solvation in ion channel folding 2016
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Programming biological membrane mimics and their glycan with self- 2016

assembling Janus glycodendrimersomes
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Biomimicking membranes from Janus glycodendrimers reveal sugar-lectin 2016
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Lipid phase coexistence forms the basis of the permeability barrier of the 2016
outer skin layer
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Facially Amphiphilic Polymers and Oligomers and Uses Thereof 2016
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Accurate materials properties from an efficient density functional 2016
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Modeling activation states in the voltage-gated proton channel 1 (Hv1) as a 2016

strategy for drug discovery
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Dehydration of Multilamellar Fatty Acid Membranes: Towards a 2015

Computational Model of the Stratum Corneum
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Unveiling Potential Binding Sites in the Hv1 Four Helix Bundle 2015
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Molecular Determinants of Voltage Sensor Domain Activation 2015
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YmdB Analyzed by Docking Calculations and SPR Experiments
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Concentration Effect on the Hydrogen-Bond Strength between Small 2015
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