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Using collective variables to drive molecular dynamics simulations
G Fiorin, ML Klein, J Hénin
Molecular Physics 111 (22-23), 3345-3362
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systems from an efficient density functional
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Large-scale molecular dynamics simulations of self-assembling systems
ML Klein, W Shinoda
Science 321 (5890), 798-800

460 2008

Multi-property fitting and parameterization of a coarse grained model for
aqueous surfactants
W Shinoda, R DeVane, ML Klein
Molecular Simulation 33 (1-2), 27-36

450 2007

Probing the structure of DNA− carbon nanotube hybrids with molecular
dynamics
RR Johnson, ATC Johnson, ML Klein
Nano letters 8 (1), 69-75
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Molecular-dynamics simulation of aqueous mixtures: methanol, acetone,
and ammonia
M Ferrario, M Haughney, IR McDonald, ML Klein
The Journal of chemical physics 93 (7), 5156-5166
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Emerging applications of polymersomes in delivery: From molecular
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
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Self-assembly and properties of diblock copolymers by coarse-grain
molecular dynamics
G Srinivas, DE Discher, ML Klein
Nature materials 3 (9), 638-644
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Liquid water from first principles: Investigation of different sampling
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K Watanabe, ML Klein
Chemical Physics 131 (2-3), 157-167

Hydrogen bonding in water
B Chen, I Ivanov, ML Klein, M Parrinello
Physical Review Letters 91 (21), 215503

378 2003

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

371 1965

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

366 2006

Efficient and general algorithms for path integral Car–Parrinello molecular
dynamics
ME Tuckerman, D Marx, ML Klein, M Parrinello
The Journal of chemical physics 104 (14), 5579-5588

362 1996

Path-integral Monte Carlo study of low-temperature He 4 clusters
P Sindzingre, ML Klein, DM Ceperley
Physical review letters 63 (15), 1601
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X-ray diffraction and computation yield the structure of alkanethiols on gold
(111)
A Cossaro, R Mazzarello, R Rousseau, L Casalis, A Verdini, A Kohlmeyer, ...
Science 321 (5891), 943-946

341 2008

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

341 2004

Molecular dynamics study of the self-assembled monolayer composed of S
(CH2) 14CH3 molecules using an all-atoms model
W Mar, ML Klein
Langmuir 10 (1), 188-196

308 1994

A recipe for the computation of the free energy barrier and the lowest free
energy path of concerted reactions
B Ensing, A Laio, M Parrinello, ML Klein
The journal of physical chemistry B 109 (14), 6676-6687

287 2005

Pairwise additive effective potentials for nitrogen
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Molecular Physics 41 (6), 1387-1399
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Proceedings of the National Academy of Sciences 114 (41), 10846-10851

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

270 1991

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

264 2004

Constant pressure and temperature molecular dynamics simulation of a fully
hydrated liquid crystal phase dipalmitoylphosphatidylcholine bilayer
K Tu, DJ Tobias, ML Klein
Biophysical journal 69 (6), 2558-2562

264 1995

Zwitterionic lipid assemblies: molecular dynamics studies of monolayers,
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

259 2010

Structure and mechanism of proton transport through the transmembrane
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

253 2010

Constant-pressure molecular dynamics investigation of cholesterol effects in
a dipalmitoylphosphatidylcholine bilayer
K Tu, ML Klein, DJ Tobias
Biophysical journal 75 (5), 2147-2156

252 1998

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

246 1999

Molecular dynamics simulation of the effects of temperature on a dense
monolayer of long-chain molecules
J Hautman, ML Klein
The Journal of chemical physics 93 (10), 7483-7492

246 1990

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

242 2008

Computer simulation studies of model biological membranes
L Saiz, ML Klein
Accounts of chemical research 35 (6), 482-489
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Atomic-scale molecular dynamics simulations of lipid membranes
DJ Tobias, K Tu, ML Klein
Current opinion in colloid & interface science 2 (1), 15-26
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Exploring the role of solvation in ion channel folding
D Granata, P Po, M Klein, C Deutsch, V Carnevale
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 252

2016
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Three-Helix Bundle Repeats
V Ortiz, C Johnson, ML Klein, DE Discher
The 2006 Annual Meeting
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Soft Matter Systems Simulated by Molecular Methods
V Ortiz, ML Klein, DE Discher
The 2006 Annual Meeting

2006

Autobiography of Michael L. Klein
ML Klein
Journal of Physical Chemistry B 110 (8), 3454-3455

2006

Investigation of DNA Decorated Carbon Nanotube Chemical Sensors
M Chen, SM Khamis, RR Johnson, C Staii, ML Klein, JE Fischer, ...
MRS Online Proceedings Library (OPL) 963

2006

Effects of Polydispersity on the Stability of Aqueous Block Copolymer
Assemblies
V Ortiz, ML Klein, DE Discher
The 2006 Annual Meeting

2006

Parallel molecular dynamics simulation in NPT ensemble and its application
to general anesthesia
KJ Oh, ML Klein
Eighth International Conference on High-Performance Computing in Asia …

2005

Multiscale Simulation Studies on Mechanisms of Poration for Hydrolytically
Degradable Diblock Copolymer Membranes
V Ortiz, SO Nielsen, ML Klein, DE Discher
The 2005 Annual Meeting

2005

Titelbild: The Design and Evaluation of Heparin-Binding Foldamers (Angew.
Chem. 41/2005)
S Choi, DJ Clements, V Pophristic, I Ivanov, S Vemparala, JS Bennett, ...
Angewandte Chemie 117 (41), 6757-6757
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Molecular dynamics simulation of open and close confirmations of KirBac1.
1 in explicit lipid billayer: Structural changes and aromatic localization at
lipid/water interface
S Vemparala, C Domene, ML Klein
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Computer simulation studies on mechanisms of poration for hydrollytically
degradable diblock copolymer membranes
V Ortiz, SO Nielsen, ML Klein, DE Discher
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 230, U1315-U1316

2005

Molecular dynamics of zinc proteins with charge transfer represented by a
minimal ellectronegativity equalization scheme
G Lamoureux, M Dal Peraro, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 230, U2881-U2882
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Water diffusion across nano-bio-assemblies of block copolymers: A
coarsegrain simulation study
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G Srinivas, DE Discher, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 230, U1280-U1280

Roles of Hinges and Linkers in Protein Extension
D Discher, N Bhasin, V Ortiz, MF Klein
Bulletin of the American Physical Society

2005

Topologies of protonated water clusters: A combined study by vibrational
predissociation spectra and Monte Carlo simulations
JL Kuo, HC Chang, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 229, U802-U803

2005

Forcefield parameterization of inhalational anesthetics, halothane and
isoflurane: An ab initio study
S Vemparala, I Ivanov, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 229, U787-U787

2005

Simulating polymersomes-A fruitful collaboration in rational coarse graining.
DE Discher, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 229, U760-U760

2005

Peptide nanotube aggregation and pore forming in phospho-lipid
membranes.
B Ensing, SO Nielsen, PB Moore, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 229, U630-U630

2005

Characterization of non-biological antimicrobial polymers in aqueous
solution and at water-lipid interfaces from all atom and coarse grained
molecular dynamics.
I Ivanov, S Vemparala, V Pophristic, K Kuroda, WF DeGrado, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 229, U771-U771

2005

Effect of ions on the dipole moment and electronic properties of water:
Insight from initio molecular dynamics.
I Ivanov, M Dal Peraro, S Raugei, B Chen, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 229, U745-U745

2005

Development and applications of an arylamide force field for molecular
simulations.
V Pophristic, S Vemparala, I Ivanov, ML Klein, WF Degrado
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 229, U807-U807
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Coarse-grain molecular dynamics simulations of nonionic surfactant self-
oganization at the solid-liquid interface.
G Srinivas, SO Nielsen, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 229, U630-U630

2005

Self-assembly of peptide nanotubes by molecular dynamics study.
E Khurana, SO Nielsen, B Ensing, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 229, U772-U772
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Interactions of alcohol, anesthetic and aromatic ligands with LUSH, an
odorant binding protein using molecular dynamics simulations
S Vemparala, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 229, U799-U799

2005

Coarse grain models for the simulation of soft matter and biomaterials
M Klein
APS March Meeting Abstracts, CCP. 2005004

2005

Nuclear quantum effects on the structure and energetics of (H2O) 6H+
JL Kuo, DC Clary, ML Klein, JL Kuo, DC Clary, ML Klein
Royal Society of Chemistry

2005

Ionic charge transfer effects in water, channels and enzymes
M Dal Peraro, G Lamoureux, I Ivanov, S Raugei, A Magistrato, P Carloni, ...

2005

Interaction of arylamide polymers with heparin and lipid bilayers
S Vemparala, V Pophristic, I Ivanov, ML Klein
BIOPHYSICAL JOURNAL 88 (1), 235A-235A

2005

Interaction of small anesthetic molecules with membranes and membrane
proteins
L Saiz, ML Klein
BIOPHYSICAL JOURNAL 88 (1), 426A-426A

2005

Insight into the last step in the catalytic cycle of arginase from ab initio
molecular dynamics
I Ivanov, ML Klein
BIOPHYSICAL JOURNAL 88 (1), 402A-403A

2005

Hydrogen bond topology and proton ordering phase transitions in ice
SJ Singer, CJ Knight, JL Kuo, TK Hirsch, L Ojamäe, ML Klein
AMER CHEMICAL SOC

2005

Degradable polymersomes that create new pathways for anti-cancer drugs
F Ahmed, RI Pakunlu, G Srinivas, ML Klein, T Minko, DE Discher
05AIChE: 2005 AIChE Annual Meeting and Fall Showcase

2005

Ab initio molecular dynamics simulation of redox reactions of transition
metal ions in aqueous solution and proteins
J Blumberger, I Tavernelli, ML Klein, M Sprik
Abstracts of Papers, 230th ACS National Meeting, Washington, DC, United …

2005

Gemini surfactants at the air/water interface: A molecular dynamics study.
E Khurana, SO Nielsen, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 228, U284-U284
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Structure of protonated water clusters: Finite temperature behavior and low- 2004
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energy topologies.
JL Kuo, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 228, U260-U260

Reaction coordinates that describe alpha-helix and beta-sheet folding.
B Ensing, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 228, U188-U188

2004

Fine tuning by second shell ligands and role of the Zn-His-Asp/Glu triad in
Zn-metalloenzyme active sites.
P Munih, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 228, U882-U882

2004

Coarse-grain molecular dynamics study of interactions between
transmembrane nanotubes.
SO Nielson, B Ensing, PB Moore, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 228, U454-U454

2004

Modeling aluminum chlorohydrate polymers.
L Pophristic, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 228, U797-U797

2004

Dynamical and structural features of the Aeromonas proteolytica
aminopeptidase active site with emphasis on the role of second shell
ligands: Insights from a quantum/classical …
P Munih, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 228, U240-U240

2004

Proton transfer in the active site of arginase: Insight from ab initio molecular
dynamics.
I Ivanov, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 228, U208-U208

2004

Binding of alcohols and anesthetics in an odorant binding protein LUSH: A
molecular dynamics study.
S Vemparala, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 228, U290-U290

2004

Molecular dynamics study of heparin-arylamide binding in aqueous solution.
V Pophristic, ML Klein, WF DeGrado
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 228, U196-U196

2004

Effect of second shell Zn-ligand substitution in the human carbonic
anhydrase II active site: Role of the Zn-HIS119-GLU117 triad.
P Munih, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 228, U202-U202

2004

Computer simulation studies of amphiphiles: The continuing challenge of
bridging time and length scales.
ML Klein
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ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 228, U234-U234

Ground state of small protonated water clusters.
M Mella, DC Clary, ML Klein, JL Kuo, M Taylor
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 228, U222-U222

2004

Structure of protonated water clusters: Finite temperature behavior.
JL Kuo, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 227, U314-U314

2004

Novel conformationally-constrained 8-helical beta-peptides.
RJ Doerksen, B Chen, J Yuan, JD Winkler, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 227, U150-U150

2004

Joint computational-experimental approach to effective and selective
antimicrobial oligomers.
RJ Doerksen, B Chen, DH Liu, WF DeGrado, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 227, U912-U912

2004

Monte Carlo calculations for nucleation phenomena.
JI Siepmann, B Chen, MJ McGrath, CJ Mundy, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 227, U1031-U1031

2004

Experiments & Simulations of Pathway Shifts & T-dependent Forced
Unfolding of 3-helix Proteins
D Discher, R Law, M Klein
APS March Meeting Abstracts 2004, S9. 003

2004

Titelbild: Nontoxic Membrane-Active Antimicrobial Arylamide Oligomers
(Angew. Chem. 9/2004)
D Liu, S Choi, B Chen, RJ Doerksen, DJ Clements, JD Winkler, ML Klein, ...
Angewandte Chemie 116 (9), 1051-1051

2004

The transmembrane domain of the nicotinic acetylcholine receptor ion
channel: Insights from molecular dynamics simulations on synthetic peptide
models.
L Saiz, ML Klein
BIOPHYSICAL JOURNAL 86 (1), 543A-543A

2004

Multi-repeat unfolding in steered molecular dynamics on spectrin family
proteins
V Ortiz, SO Nielsen, ML Klein, DE Discher
BIOPHYSICAL JOURNAL 86 (1), 413A-413A

2004

Biophysical Theory and Modeling-Transmembrane Peptide-Induced Lipid
Sorting and Mechanism of La-to-Inverted Phase Transition Using Coarse-
Grain Molecular Dynamics.
SO Nielsen, CF Lopez, I Ivanov, PB Moore, JC Shelley, ML Klein
Biophysical Journal 87 (4), 2107-2115
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Methods, systems, and computer program products for simulating
biomembranes using coarse grain models
SO Nielsen, CF Lopez, PB Moore, ML Klein

2003

Novel conformationally-constrained-peptides characterized by 1H NMR
chemical shiftsElectronic supplementary information ESI available:
experimental procedures and spectral data …
RJ Doerksen, B Chen, J Yuan, JD Winkler, ML Klein

2003

Self-assembly, static and dynamic properties of polymer vesicles: A coarse
grain molecular dynamics simulation study.
G Srinivas, JC Shelley, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 226, U288-U288

2003

Role of second sphere ZN (2+) ligands in Aeromonas proteolytica
aminopeptidase.
P Munih, ML Klein
ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY 226, U442-U442

2003
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