CITATION REPORT
List of articles citing

Source: https://exaly.com/paper-pdf/43572980|citation-report.pdf
Version: 2024-04-19

This report has been generated based on the citations recorded by exaly.com for the above article. For
the latest version of this publication list, visit the link given above.

The third column is the impact factor (IF) of the journal, and the fourth column is the number of

citations of the article.




CITATION REPORT

# Paper IF Citations

Effects of Multidentate Metal Interactions on the Structure of Collisionally Activated Proteins:
Insights from lon Mobility Spectrometry and Molecular Dynamics Simulations.

Lipid-Loving ANTs: Molecular Simulations of Cardiolipin Interactions and the Organization of the

2224 Adenine Nucleotide Translocase in Model Mitochondrial Membranes.

Effect of the Flexible Regions of the Oncoprotein Mouse Double Minute X on Inhibitor Binding
Affinity.

Effect of Several HIV Antigens Simultaneously Loaded with G2-NN16 Carbosilane Dendrimer in the

2222 cell Uptake and Functionality of Human Dendritic Cells.

StructureProperty Relationships of Amphiphilic Nanoparticles That Penetrate or Fuse Lipid
Membranes.

2220 .

Bioactivation of Quinolines in a Recombinant Estrogen Receptor Transactivation Assay Is Catalyzed
by NMethyltransferases.

New Insight into the Aggregation of Graphene Oxide Using Molecular Dynamics Simulations and

= Extended DerjaguinLandauVerweyOverbeek Theory.

WS2 Nanosheets at Noncytotoxic Concentrations Enhance the Cytotoxicity of Organic Pollutants
by Disturbing the Plasma Membrane and Efflux Pumps.

PDB2ENTROPY and PDB2TRENT: Conformational and TranslationalRotational Entropy from

2216 Molecular Ensembles.

Restructuring a Deep Eutectic Solvent by Water: The Nanostructure of Hydrated Choline
Chloride/Urea.

Quantitative Prediction of the Structure and Viscosity of Aqueous Micellar Solutions of lonic
2214 Surfactants: A Combined Approach Based on Coarse-Grained MARTINI Simulations Followed by
Reverse-Mapped All-Atom Molecular Dynamics Simulations.

Two-Dimensional Potentials of Mean Force of Nile Red in Intact and Damaged Model Bilayers.
Application to Calculations of Fluorescence Spectra.

Averaged Solvent Embedding Potential Parameters for Multiscale Modeling of Molecular

2212 .
Properties.

HRD Motif as the Central Hub of the Signaling Network for Activation Loop Autophosphorylation in
Abl Kinase.

Efficient Constrained Density Functional Theory Implementation for Simulation of Condensed

2210 phase Electron Transfer Reactions.

On Obtaining Boltzmann-Distributed Configurational Ensembles from Expanded Ensemble

Simulations with Fast State Mixing.




2208 .

Conformational Propensity and Biological Studies of Proline Mutated LR Peptides Inhibiting Human
Thymidylate Synthase and Ovarian Cancer Cell Growth.

Design, Biological Evaluation, and Molecular Modeling of Tetrahydroisoquinoline Derivatives:
2206 Discovery of A Potent PGlycoprotein Ligand Overcoming Multidrug Resistance in Cancer Stem
Cells.

A Comprehensive Computational Study of the Interaction between Human Serum Albumin and
Fullerenes.

2204 Guanidinium Pairing Facilitates Membrane Translocation.

Capturing Transition States for tRNA Hybrid-State Formation in the Ribosome.

Refining Disordered Peptide Ensembles with Computational Amide | Spectroscopy: Application to

2202 Elastin-Like Peptides.

How the Ribosomal ASite Finger Can Lead to tERNA Species-Dependent Dynamics.

2200 Anisotropic Fluctuations in the Ribosome Determine tRNA Kinetics.

Molecular Dynamics Simulations of the [2Fe2S] Cluster-Binding Domain of NEET Proteins Reveal
Key Molecular Determinants That Induce Their Cluster Transfer/Release.

2198 Phase Diagram of a Stratum Corneum Lipid Mixture.

An NMR Confirmation for Increased Folded State Entropy Following Loop Truncation.

2196 Can Ice-Like Structures Form on Non-Ice-Like Substrates? The Example of the Kfeldspar Microcline.

Molecular Origin of Donor- and Acceptor-Rich Domain Formation in Bulk-Heterojunction Solar Cells
with an Enhanced Charge Transport Efficiency.

L Two-Step Adsorption of PtCl62 Complexes at a Charged Langmuir Monolayer: Role of Hydration
2194 and lon Correlations.

Distinct Differences in Peptide Adsorption on Palladium and Gold: Introducing a Polarizable Model
for Pd(111).

2192 A Pictorial View of Viscosity in lonic Liquids and the Link to Nanostructural Heterogeneity.

Association of Peripheral Membrane Proteins with Membranes: Free Energy of Binding of GRP1 PH

Domain with Phosphatidylinositol Phosphate-Containing Model Bilayers.




CITATION REPORT

2190 Modulation of Folding Internal Friction by Local and Global Barrier Heights.

Pick and Choose the Spectroscopic Method to Calibrate the Local Electric Field inside Proteins.

2188 Free Energies of Redox Half-Reactions from First-Principles Calculations.

Range, Magnitude, and Ultrafast Dynamics of Electric Fields at the Hydrated DNA Surface.

Effect of the Synaptic Plasma Membrane on the Stability of the Amyloid Precursor Protein

2186 Homodimer.

Theoretical Insights into Sub-Terahertz Acoustic Vibrations of Proteins Measured in
Single-Molecule Experiments.

2184 Single-Molecule Investigations of Conformation Adaptation of Porphyrins on Surfaces.

Preserved Transmembrane Segment Topology, Structure and Dynamics in Disparate Micellar
Environments.

Significantly Improved Protein Folding Thermodynamics Using a Dispersion-Corrected Water Model

2182 and a New Residue-Specific Force Field.

Controlling Protein Orientation in Vacuum Using Electric Fields.

From Nanoscale to Microscale: Crossover in the Diffusion Dynamics within Two Pyrrolidinium-Based

= lonic Liquids.

Temperature-Dependent Hydrophobic Crossover Length Scale and Water Tetrahedral Order.

218 Bobbing of Oxysterols: Molecular Mechanism for Translocation of Tail-Oxidized Sterols through
7 Biological Membranes.

Phospholipids Critical Micellar Concentrations Trigger Different Mechanisms of Intrinsically

Disordered Proteins Interaction with Model Membranes.

Interconverting Hydrogen-Bonding and Weak n * Interactions in Aqueous Solution: A Direct

2176 Spectroscopic Evidence.

Temperature-Dependent Structural Changes in Liquid Benzene.

2174 Does Local Structure Bias How a Crystal Nucleus Evolves?.

Evolution of All-Atom Protein Force Fields to Improve Local and Global Properties.




2172 Mixture Composition Effect on HydrocarbonWater Transport in Shale Organic Nanochannels.

Tracking Polariton Relaxation with Multiscale Molecular Dynamics Simulations.

2170 Helical Inclusions in Phospholipid Membranes: Lipid Adaptation and Chiral Order.

Hydrogen Bonding-Induced Morphology Dependence of Long-Lived Organic Room-Temperature
Phosphorescence: A Computational Study.

2168 A Blue-Light-Emitting BODIPY Probe for Lipid Membranes.

On the Structural and Dynamical Properties of DOPC Reverse Micelles.

2166 Self-Assembled Ligands Targeting TLR7: A Molecular Level Investigation.

Role of Counterions in Molecularly Imprinted Polymers for Anionic Species.

How Hydrophobic Hydration Destabilizes Surfactant Micelles at Low Temperature: A

2164 Coarse-Grained Simulation Study.

Overcoming Nanoparticle-Mediated Complement Activation by Surface PEG Pairing.

2162 Doping-Induced Tunable Wettability and Adhesion of Graphene.

Self-Assembly: A Facile Way of Forming Ultrathin, High-Performance Graphene Oxide Membranes
for Water Purification.

DNA Binding and Recognition of a CC Mismatch in a DNA Duplex by Water-Soluble

2160 Peptidocalix[4]arenes: Synthesis and Applications.

Space Constrained Stereoselective Geometric Isomerization of 1,2-Diphenylcyclopropane and
Stilbenes in an Aqueous Medium.

18 Morphology Tuning of Self-Assembled Perylene Monoimide from Nanoparticles to Colloidosomes
215 \with Enhanced Excimeric NIR Emission for Bioimaging.

Microenvironment of MOF Channel Coordination with Pt NPs for Selective Hydrogenation of
Unsaturated Aldehydes.

Development of Covalent LigandReceptor Pairs to Study the Binding Properties of Nonpeptidic

2156 Neurotensin Receptor 1 Antagonists.

Role of GIln222 in Photoswitching of Aequorea Fluorescent Proteins: A Twisting and HBonding

Affair?.




CITATION REPORT

; Polymerized lonic Liquids: Correlation of lonic Conductivity with Nanoscale Morphology and
2154 Counterion Volume.

2152 Affinity of Rimantadine Enantiomers against Influenza A/M2 Protein Revisited.

Consequences of Depsipeptide Substitution on the ClpP Activation Activity of Antibacterial
Acyldepsipeptides.

2150 Nanopore-Based Measurements of Protein Size, Fluctuations, and Conformational Changes.

Structure and Dynamics of CinnamycinLipid Complexes: Mechanisms of Selectivity for
Phosphatidylethanolamine Lipids.

How To Engineer lonic Liquids Resistant Enzymes: Insights from Combined Molecular Dynamics and

2148 Directed Evolution Study.

Guanidinium can both Cause and Prevent the Hydrophobic Collapse of Biomacromolecules.

Multiscale Kinetic Modeling Reveals an Ensemble of Cl/H+ Exchange Pathways in ClC-ec1

2146 Antiporter.

Chromophore Dipole Directs Morphology and Photocatalytic Hydrogen Generation.

Exploiting ChromophoreProtein Interactions through Linker Engineering To Tune Photoinduced
2144 Dynamics in a Biomimetic Light-Harvesting Platform.

Role of Ligand-Driven Conformational Changes in Enzyme Catalysis: Modeling the Reactivity of the
Catalytic Cage of Triosephosphate Isomerase.

; Calcium-Induced Molecular Rearrangement of Peptide Folds Enables Biomineralization of Vaterite
2142 calcium Carbonate.
Surface Dynamics and LigandCore Interactions of Quantum Sized Photoluminescent Gold
Nanoclusters.

L Photosensitized Membrane Permeabilization Requires Contact-Dependent Reactions between
2149 photosensitizer and Lipids.
Inhibitors of the M2 Proton Channel Engage and Disrupt Transmembrane Networks of
Hydrogen-Bonded Waters.

2138 Force-Induced Transition of Stacking in a Single Polystyrene Chain.

JAggregates of Cyanine Dye for NIR-Il in Vivo Dynamic Vascular Imaging beyond 1500 nm.




2132

2130

2128

2126

2124

2122

2120

Direct Evidence in the Scattering Function for the Coexistence of Two Types of Local Structures in
Liquid Water.

Toward Atomistic Resolution Structure of Phosphatidylcholine Headgroup and Glycerol Backbone
at Different Ambient Conditions.

Determining Factors for the Unfolding Pathway of Peptides, Peptoids, and Peptidic Foldamers.

Molecular Mechanism behind Solvent Concentration-Dependent Optimal Activity of Thermomyces
lanuginosus Lipase in a Biocompatible lonic Liquid: Interfacial Activation through Arginine Switch.

Nanosegregation and Structuring in the Bulk and at the Surface of lonic-Liquid Mixtures.

Zn2+-Binding to the Voltage-Gated Proton Channel Hv1/VSOP.

Structure-Based Model of RNA Pseudoknot Captures Magnesium-Dependent Folding
Thermodynamics.

Probing the Adsorption of Polycyclic Aromatic Compounds onto Water Droplets Using Molecular
Dynamics Simulations.

Contrasting Modes of Self-Assembly and Hydrogen-Bonding Heterogeneity in Chlorosomes of
Chlorobaculum tepidum.

Structure and Properties of Double-Sandwich Complexes at the Graphene Surface: A Theoretical
Study.

Directed Pore Uptake and Phase Separation of Surfactant Solutions under Confinement.

Unraveling the Fate of Host Excitons in HostGuest Phosphorescent Organic Light-Emitting Diodes.

Markov-State Transition Path Analysis of Electrostatic Channeling.

Critical Role of AnionSolvent Interactions for Dynamics of Solvent-in-Salt Solutions.

Photoactive Yellow Protein Chromophore Photoisomerizes around a Single Bond if the Double
Bond Is Locked.

Orientational Switch of the Lipase A Enzyme at the QilWater Interface: An Order of Magnitude
Increase in Turnover Rate with a Single Surfactant Tag Explained.

Excited-State Vibronic Dynamics of Bacteriorhodopsin from Two-Dimensional Electronic Photon
Echo Spectroscopy and Multiconfigurational Quantum Chemistry.

Decaheme Cytochrome MtrF Adsorption and Electron Transfer on Gold Surface.




CITATION REPORT

2118 Electrostatic Interactions Are Key to CO n* Shifts: An Experimental Proof.

Reconciling Intermediates in Mechanical Unfolding Experiments with Two-State Protein Folding in
Bulk.

Refined Parameterization of Nonbonded Interactions Improves Conformational Sampling and

2116 Kinetics of Protein Folding Simulations.

Nuclear Dynamical Correlation Effects in Xray Spectroscopy from a Theoretical Time-Domain
Perspective.

Free-Energy Calculations of lonic Hydration Consistent with the Experimental Hydration Free

2114 Energy of the Proton.

Carbon Nanotubes Facilitate Oxidation of Cysteine Residues of Proteins.

It Is Complicated: Curvature, Diffusion, and Lipid Sorting within the Two Membranes of Escherichia

2112 >
coli.

Collective Variables from Local Fluctuations.

2110 Coherent Light Harvesting through Strong Coupling to Confined Light.

Lowq Bicelles Are Mixed Micelles.

2108 Molecular Determinants of A42 Adsorption to Amyloid Fibril Surfaces.

To Be or Not To Be a Molecular lon: The Role of the Solvent in Photoionization of Arginine.

2106 l|dentifying WaterAnion Correlated Motion in Aqueous Solutions through Van Hove Functions.

Distinct and Nonadditive Effects of Urea and Guanidinium Chloride on Peptide Solvation.

Asymmetric Composition of lonic Aggregates and the Origin of High Correlated Transference

2104 Number in Water-in-Salt Electrolytes.

Osmotic Water Permeation through a Carbon Nanotube.

2102 lon Transport Mechanisms in LiquidLiquid Interface.

Thermosensitive Phase Behavior of Benzo-21-crown7 and Its Derivatives.




2100 Insights into the Kinetics of Supramolecular Comonomer Incorporation in Water.

Precise, Self-Limited Epitaxy of Ultrathin Organic Semiconductors and Heterojunctions Tailored by
van der Waals Interactions.

2098 Molecularly Smooth Self-Assembled Monolayer for High-Mobility Organic Field-Effect Transistors.

Membrane Stabilization of Poly(ethylene glycol)bpolypeptidegtrehalose Assists Cryopreservation
of Red Blood Cells.

Optical Actuation of Inorganic/Organic Interfaces: Comparing Peptide-Azobenzene Ligand

2096 ' . . ;
Reconfiguration on Gold and Silver Nanoparticles.

Substrate Channeling in an Artificial Metabolon: A Molecular Dynamics Blueprint for an

Experimental Peptide Bridge.

0 Understanding and Overcoming the Limitations of Bacillus badius and Caldalkalibacillus thermarum
94 Amine Dehydrogenases for Biocatalytic Reductive Amination.

Designed Self-Assembly of Peptides with GQuadruplex/Hemin DNAzyme into Nanofibrils
Possessing Enzyme-Mimicking Active Sites and Catalytic Functions.

2092 Cascade Kinetics of an Artificial Metabolon by Molecular Dynamics and Kinetic Monte Carlo.

Equatorial Active Site Compaction and Electrostatic Reorganization in
CatecholOmethyltransferase.

Effect of Chemically Distinct Substrates on the Mechanism and Reactivity of a Highly Promiscuous

2090 Metallohydrolase.

Thermal Unthreading of the Lasso Peptides Astexin2 and Astexin3.

2088 CRISPRCas9 Mediated DNA Unwinding Detected Using Site-Directed Spin Labeling.

Direct Comparison of Atomistic Molecular Dynamics Simulations and Xray Scattering of
Polymerized lonic Liquids.

2086 Formation and Stability of Lipid Membrane Nanotubes.

Dynamic Origin of Chirality Transfer between Chiral Surface and Achiral Ligand in Au38 Clusters.

2084 Silver-Mediated Double Helix: Structural Parameters for a Robust DNA Building Block.

Micelle and Surface Tension of Double-Chain Cationic Surfactants.




CITATION REPORT

Unique Photophysical Behavior of Coumarin-Based Viscosity Probes during Molecular

2082 Self-Assembly.

Membrane Fluidity Sensing on the Single Virus Particle Level with Plasmonic Nanoparticle
Transducers.

Sequence-Dependent Structure/Function Relationships of Catalytic Peptide-Enabled Gold

2080 Nanoparticles Generated under Ambient Synthetic Conditions.

Self-Exfoliated Guanidinium-Based lonic Covalent Organic Nanosheets (iCONs).

2078 Multicolor Photoluminescence Including White-Light Emission by a Single HostGuest Complex.

The Low Barrier Hydrogen Bond in the Photoactive Yellow Protein: A Vacuum Artifact Absent in the
Crystal and Solution.

2076 Membrane Permeation versus Amyloidogenicity: A Multitechnique Study of Islet Amyloid
7 Polypeptide Interaction with Model Membranes.

Melting Proteins: Evidence for Multiple Stable Structures upon Thermal Denaturation of Native

Ubiquitin from lon Mobility Spectrometry-Mass Spectrometry Measurements.

2074 Water Dynamics from the Surface to the Interior of a Supramolecular Nanostructure.

Switchable Chiral Selection of Aspartic Acids by Dynamic States of Brushite.

Resolving the Conformational Dynamics of DNA with Angstrom Resolution by Pulsed

2072 ElectronElectron Double Resonance and Molecular Dynamics.

Differences in the Active Site of Water Oxidation among Photosynthetic Organisms.

5070 t-SNARE Transmembrane Domain Clustering Modulates Lipid Organization and Membrane
79 Curvature.

Selective Charging Behavior in an lonic Mixture Electrolyte-Supercapacitor System for Higher

Energy and Power.

ChromophoreProtein Interplay during the Phytochrome Photocycle Revealed by Step-Scan FTIR

2068 Spectroscopy.

Molecular Recognition of Hydrophilic Molecules in Water by Combining the Hydrophobic Effect
with Hydrogen Bonding.

2066 Protein Hydration Waters Are Susceptible to Unfavorable Perturbations.

Nonadditive lon Effects Drive Both Collapse and Swelling of Thermoresponsive Polymers in Water.

10



2060

2058

2056

2054

2052

2050

2048

Photocontrolling ProteinPeptide Interactions: From Minimal Perturbation to Complete Unbinding.

Modeling CO2WaterMineral Wettability and Mineralization for Carbon Geosequestration.

Heterochiral Knottin Protein: Folding and Solution Structure.

Conformational Entropy as a Determinant of the Thermodynamic Stability of the p53 Core Domain.

lonic Polypeptide Polymers with Unusual Sheet Stability.

Cytoprotective Self-assembled RGD Peptide Nanofilms for Surface Modification of Viable
Mesenchymal Stem Cells.

Impact of HBonds and Porphyrins on Asphaltene Aggregation As Revealed by Molecular Dynamics
Simulations.

Author: The G in TopoGromacs in the title has been capitalized to match the word in the text and
Abstract graphic.TopoGromacs: Automated Topology Conversion from CHARMM to GROMACS
within VMD.

Osmolyte Induced Changes in Peptide Conformational Ensemble Correlate with Slower Amyloid
Aggregation: A Coarse-Grained Simulation Study.

Empirical Corrections to the Amber RNA Force Field with Target Metadynamics.

Signatures of Solvation Thermodynamics in Spectra of Intermolecular Vibrations.

Revisiting Hydrogen Bond Thermodynamics in Molecular Simulations.

Characterization of Ciprofloxacin Permeation Pathways across the Porin OmpC Using
Metadynamics and a String Method.

Brownian Dynamics Approach Including Explicit Atoms for Studying lon Permeation and Substrate
Translocation across Nanopores.

Polarizable QM/MM Approach with Fluctuating Charges and Fluctuating Dipoles: The QM/FQF
Model.

ResidueResidue Mutual Work Analysis of RetinalOpsin Interaction in Rhodopsin: Implications for
ProteinLigand Binding.

A Potent Isoprenylcysteine Carboxylmethyltransferase (ICMT) Inhibitor Improves Survival in
Ras-Driven Acute Myeloid Leukemia.

Strategic advantage through externally sourced technology-practical management considerations

for exploiting global technology sources.

11



CITATION REPORT

2046 Molecular modeling of nucleic acid structure: energy and sampling. 2001, Chapter 7, Unit 7.8 2

Space-time trellis codes for 8-PSK with two, three and four transmit antennas in quasi-static flat
fading channels. 2002, 38, 462

2044 Space-Time Block Codes. 2004, 393-443 1

A comparative study of two classical Force fields on statics and dynamics of [EMIM][BF4]
investigated via molecular dynamics simulations. 2008, 129, 224501

Structural basis for influence of viral glycans on ligand binding by influenza hemagglutinin. 2008,

2042 95 1 48-50

20

Structural studies of melting on the picosecond time scale. 2008, 10, 6344-9

2040 Anton, a special-purpose machine for molecular dynamics simulation. 2008, 51, 91-97 511

Stability of single sheet GNNQQNY aggregates analyzed by replica exchange molecular dynamics:
antiparallel versus parallel association. 2008, 377, 1036-41

A scalable parallel framework for analyzing terascale molecular dynamics simulation trajectories.
2008,

CHARMMing: a new, flexible web portal for CHARMM. 2008, 48, 1920-9

Toward Large Scale Parallelization for Molecular Dynamics of Small Chemical Systems: A Combined
2036 Parallel Tempering and Domain Decomposition Approach. Journal of Chemical Theory and 6.4 2
Computation, 2008, 4, 1570-5

Competing adsorption between hydrated peptides and water onto metal surfaces: from electronic
to conformational properties. 2008, 130, 13460-4

2034 Atemperature predictor for parallel tempering simulations. 2008, 10, 2073-7 352

A VR framework for interacting with molecular simulations. 2008,

2032 Some Modeling Issues for Protein Structure Prediction Using Evolutionary Algorithms. 2009, o)

Spectroscopic Properties of Protein-Bound Cofactors: Calculation by Combined Quantum
Mechanical/Molecular Mechanical (QM/MM) Approaches. 2009,

2030 Article Commentary: Graphical User Interfaces for Molecular DynamicsQuo Vadis?. 2009, 3, BBI.S3332 5

Cation specific binding with protein surface charges. 2009, 106, 13296-300

12



(2010-2009)

2028 Interactions of lipopolysaccharide and polymyxin studied by NMR spectroscopy. 2009, 284, 11498-506 71

Elucidating membrane protein function through long-timescale molecular dynamics simulation.
2009, 2009, 2340-2

Inhibition of ppGalNacT2 at Protein Level Contributes to Vanadium Induced HL-60 Cell Apoptosis.

2026 2009,

In vivo mutational analysis of YtvA from Bacillus subtilis: mechanism of light activation of the
general stress response. 2009, 284, 24958-64

2024 Kinase-activity-independent functions of atypical protein kinase Cin Drosophila. 2009, 122, 3759-71 58

Millisecond-scale molecular dynamics simulations on Anton. 2009,

Conformational changes and slow dynamics through microsecond polarized atomistic molecular

2022 cimulation of an integral Kv1.2 ion channel. 2009, 5, e1000289

Dynamic allostery in the methionine repressor revealed by force distribution analysis. 2009, 5, e1000574

Conformationally rigid nucleoside probes help understand the role of sugar pucker and nucleobase

2020, rientation in the thrombin-binding aptamer. 2009, 37, 5589-601 33

Lymphotactin: how a protein can adopt two folds. 2009, 131, 245105

2018 Long-timescale molecular dynamics simulations of protein structure and function. 2009, 19, 120-7 562

Computing chiroptical properties with first-principles theoretical methods: background and
illustrative examples. 2009, 21 Suppl 1, E116-52

Molecular mechanism of the hydration of Candida antarctica lipase B in the gas phase: Water

2016 adsorption isotherms and molecular dynamics simulations. 2009, 10, 2913-9 25

Efficient table lookup without inverse square roots for calculation of pair wise atomic interactions
in classical simulations. 2009, 30, 1490-8

2014 Accelerating molecular dynamic simulation on graphics processing units. 2009, 30, 864-72 434

CHARMM: the biomolecular simulation program. 2009, 30, 1545-614

2012 Efficient nonbonded interactions for molecular dynamics on a graphics processing unit. 2010, 31, 1268-72 88

Force field-dependent structural divergence revealed during long time simulations of Calbindin

dok. 2010, 31, 1864-72

L



CITATION REPORT

Coupled NavierBtokesMolecular dynamics simulations using a multi-physics Flow simulation

2010 eramework. 2009, 62, n/a-n/a 3

Multisensory VR interaction for protein-docking in the CoRSAIRe project. 2009, 13, 273-293

2008 PLUMED: A portable plugin for free-energy calculations with molecular dynamics. 2009, 180, 1961-1972 1087

Modeling of peptides containing D-amino acids: implications on cyclization. 2009, 23, 677-89

Robustness and generalization of structure-based models for protein folding and function. 2009,

2006 77 'gg1.91 97

Holo-BtuF stabilizes the open conformation of the vitamin B12 ABC transporter BtuCD. 2010, 78, 738-53

Amorphous films of tris(8-hydroxyquinolinato)aluminium: Force-field, morphology, and charge

2004 transport. 2009, 206, 2737-2742

Biophysical studies support a predicted superhelical structure with armadillo repeats for Ric-8.
2009, 18, 1139-45

The L49F mutation in alpha erythroid spectrin induces local disorder in the tetramer association
region: Fluorescence and molecular dynamics studies of free and bound alpha spectrin. 2009, 18, 1916-25

(&)

2002

Helical extension of the neuronal SNARE complex into the membrane. 2009, 460, 525-8

2000 Shear-induced unfolding activates von Willebrand factor A2 domain for proteolysis. 2009, 7, 2096-105 94

Comparison of different force fields for the study of disaccharides. 2009, 344, 2217-28

1998 The QM-MM interface for CHARMM-deMon. 2010, 31, 1015-23 19

Modeling strategies for polyelectrolyte multilayers. 2009, 177, 129-148

1996 Alanine: then there was water. 2009, 113, 8657-69 55

pH-dependent association of proteins. The test case of monoclonal antibody HyHEL-5 and its
antigen hen egg white lysozyme. 2009, 113, 15662-9

Interaction of water with N,N’-1,2-ethanediyl-bis(6-hydroxy-hexanamide) crystals: a simulation
1994 study. 2009, 113, 627-31 3

Gigahertz breathing oscillators based on carbon nanoscrolls. 2009, 95, 163113

14



(2009-2009)

Coarse-Grained Polymer Melts Based on Isolated Atomistic Chains: Simulation of Polystyrene of
1992 Different Tacticities. 2009, 42, 7579-7588 134

Regulating the conformation of prion protein through ligand binding. 2009, 113, 12853-6

1990 Fluorine in protein environments: a QM and MD study. 2009, 113, 16400-8 35

Dynamics of activation of lecithin:cholesterol acyltransferase by apolipoprotein A-I. 2009, 48, 11196-210

1088 United Atom Lipid Parameters for Combination with the Optimized Potentials for Liquid 6 6
9 Simulations All-Atom Force Field. Journal of Chemical Theory and Computation, 2009, 5, 1803-13 49

Structure of the amyloid-beta (1-42) monomer absorbed to model phospholipid bilayers: a

molecular dynamics study. 2009, 113, 14480-6

Self-organization of n-alkane chains in water: length dependent crossover from helix and toroid to

molten globule. 2009, 113, 8446-8 26

1986

Deciphering the structural properties that confer stability to a DNA nanocage. 2009, 3, 1813-22

1984 A short guide for molecular dynamics simulations of RNA systems. 2009, 47, 187-97 60

Binding of rabies virus polymerase cofactor to recombinant circular nucleoprotein-RNA complexes.
2009, 394, 558-75

108> Reversed enantioselectivity of diisopropyl fluorophosphatase against organophosphorus nerve
9 agents by rational design. 2009, 131, 17226-32 53

Dynamics and structure of Ln(lll)-aqua ions: a comparative molecular dynamics study using ab initio

based flexible and polarizable model potentials. 2009, 113, 7270-81

Mechanical properties of the icosahedral shell of southern bean mosaic virus: a molecular dynamics

study. 2009, 96, 1350-63 102

1980

The Fip35 WW domain folds with structural and mechanistic heterogeneity in molecular dynamics
simulations. 2009, 96, L53-5

Atomistic simulations of phosphatidylcholines and cholesteryl esters in high-density
1978 gzo%g;e;rg;ized lipid droplet and trilayer: clues to cholesteryl ester transport and storage. 2009, 30

Water replacement hypothesis in atomic detail--factors determining the structure of dehydrated
bilayer stacks. 2009, 97, 490-9

1976 Methods for Monte Carlo simulations of biomacromolecules. 2009, 5, 49-76 81

Simulated Tempering Distributed Replica Sampling, Virtual Replica Exchange, and Other

Generalized-Ensemble Methods for Conformational Sampling. Journal of Chemical Theory and
Computation, 2009, 5, 2640-62

1y



CITATION REPORT

L Staggered Mesh Ewald: An extension of the Smooth Particle-Mesh Ewald method adding great 6
974 versatility. Journal of Chemical Theory and Computation, 2009, 5, 2322 497

The basic concepts of molecular modeling. 2009, 467, 307-334

Molecular dynamics study of the structure and interparticle interactions of polyethylene
1972 glycol-conjugated PAMAM dendrimers. 2009, 113, 13202-7 55

Dependence of A-RNA simulations on the choice of the force field and salt strength. 2009, 11, 10701-11

Coarse-grained molecular dynamics simulation of ammonium surfactant self-assemblies: micelles
1979 and vesicles. 2009, 113, 15010-6 49

Martini Coarse-Grained Force Field: Extension to Carbohydrates. Journal of Chemical Theory and
Computation, 2009, 5, 3195-210

ACEMD: Accelerating Biomolecular Dynamics in the Microsecond Time Scale. Journal of Chemical

1968 1hoory and Computation, 2009, 5, 1632-9 64 587

Tools For Nano and Microfluidics Simulations Using Dissipative Particle Dynamics. 2009,

1966 The effect of morphology on electron field-effect mobility in disordered c60 thin films. 2009, 9, 1085-90 70

Logarithmic decay in single-particle relaxation of hydrated lysozyme powder. 2009, 103, 108102

1964 Dynamic Behavior of Interfacial Water at the Silica Surface. 2009, 113, 19591-19600 115

Desiccation induced structural alterations in a 66-amino acid fragment of an anhydrobiotic
nematode late embryogenesis abundant (LEA) protein. 2009, 10, 1469-77

106 Encapsulation of myoglobin in a cetyl trimethylammonium bromide micelle in vacuo: a simulation
992 study. 2009, 48, 1006-15 32

Massively parallel computation of absolute binding free energy with well-equilibrated states. 2009,

79,021914

1960 Computing Distance Histograms Ef?ciently in Scientific Databases. 2009, 5

Self-assembling dipeptides: conformational sampling in solvent-free coarse-grained simulation.
2009, 11, 2077-86

3 Self-assembling dipeptides: including solvent degrees of freedom in a coarse-grained model. 2009,
195% 11, 2068-76 5t

A theoretical spin relaxation and molecular dynamics simulation study of the Gd(H20)9(3+)

complex. 2009, 11, 10368-76

16



(2010-2009)

1956 Multiscaling algorithms for molecular dynamics simulations with GROMACS. 2009, 1

Coarse-grained simulations of supported and unsupported lipid monolayers. 2009, 5, 4526

1954 Hierarchical modeling of polymer permeation. 2009, 5, 4556 46

Versatile Object-Oriented Toolkit for Coarse-Graining Applications. Journal of Chemical Theory and 6
Computation, 2009, 5, 3211-23 4

1952 Hydration structure on crystalline silica substrates. 2009, 25, 8025-35 84

jSimMacs for GROMACS: a Java application for advanced molecular dynamics simulations with
remote access capability. 2009, 49, 2412-7

1050 Scaling of Multimillion-Atom Biological Molecular Dynamics Simulation on a Petascale 6 3
959 gy percomputer. Journal of Chemical Theory and Computation, 2009, 5, 2798-808 4 &

Optimization Techniques for Parallel Biophysical Simulations Generated by insilicolDE. 2009, 2, 149-161

1948 Gromita: a fully integrated graphical user interface to gromacs 4. 2009, 3, 99-102 33

Simulated tempering distributed replica sampling: A practical guide to enhanced conformational
sampling. 2010, 256, 012011

6 The Influence of the Rigidity of a Carbon Nanotube on the Structure and Dynamics of Confined
1945 Methanol. 2010, 79, 064608 3

An interdomain sector mediating allostery in Hsp70 molecular chaperones. 2010, 6, 414

Temperature dependent free energy surface of polymer folding from equilibrium and quench
1944 studies. 2010, 133, 214901 3

Mutants of the tumour suppressor p53 L1 loop as second-site suppressors for restoring DNA
binding to oncogenic p53 mutations: structural and biochemical insights. 2010, 427, 225-36

L Molecular Dynamics Simulation for the Impact of N-Decanol Surfactants on the Liquid-Vapor
942 Interface of Lithium Bromide Aqueous Solution. 2010,

Far-infrared radiation absorption cross section of clusterized water vapor. 2010, 36, 173-176

1940 Na+/K+ selectivity in the formation of ion pairs in aqueous solutions. 2010, 4, 875-882 5

Dielectric Interpretation of Specificity of lon Pairing in Water. 2010, 1, 300-303

iy



CITATION REPORT

Molecular dynamics simulation study of water surfaces: comparison of flexible water models. 2010,

1938 114, 13786-95 82

Effects of Na+, K+, and Ca2+ on the structures of anionic lipid bilayers and biological implication.
2010, 114, 16978-88

6 Parametrization and application of a coarse grained force field for benzene/fullerene interactions
1935 with lipids. 2010, 114, 16364-72 29

Molecular Dynamics Simulation of the Nascent Peptide Chain in the Ribosomal Exit Tunnel. 2010, 747-755

Top leads for swine influenza A/H1N1 virus revealed by steered molecular dynamics approach.
1934 2010, 50, 2236-47

Effect of the Integration Method on the Accuracy and Computational Efficiency of Free Energy
Calculations Using Thermodynamic Integration. Journal of Chemical Theory and Computation, 2010, 6.4
6, 1018-1027

L A Computational Study of the Behavior of the lonic Liquid [BMIM+][PF6[lConfined Inside 3
932 Multiwalled Carbon Nanotubes. 2010, 114, 15478-15485 5

Protein adsorption on a hydrophobic surface: a molecular dynamics study of lysozyme on graphite.
2010, 26, 5679-89

1930 Practical considerations for building GROMOS-compatible small-molecule topologies. 2010, 50, 2221-35 154

Desolvation of polymers by ultrafast heating: Influence of hydrophilicity. 2010, 101, 71-76

1928 Hindering of rotational motion of guest molecules in the Type | clathrate hydrate. 2010, 494, 206-212 11

QM/MM methods: looking inside heme proteins biochemistry. 2010, 149, 1-11

1926 Simulation studies of the insolubility of cellulose. 2010, 345, 2060-6 135

Generation of a 3D model for human GABA transporter hGAT-1 using molecular modeling and
investigation of the binding of GABA. 2010, 16, 155-61

Contribution of charged and polar residues for the formation of the E1-E2 heterodimer from
1924 Hepatitis C Virus. 2010, 16, 1625-37 9

Na(+), K (+) and Tl(+) hydration from QM/MM computations and MD simulations with a polarizable
force field. 2010, 2, 12-20

Tyrosine aminotransferase: biochemical and structural properties and molecular dynamics

1922 cimulations. 2010, 1, 1023-32 27

Dynamic clustering threshold reduces conformer ensemble size while maintaining a biologically

relevant ensemble. 2010, 24, 675-86

18



(2010-2010)

o Glass transition and structural properties of glycidyloxypropyl-heptaphenyl polyhedral oligomeric

silsesquioxane-epoxy nanocomposites. 2010, 102, 461-467 21

Conformational changes in guanylate cyclase-activating protein 1 induced by Ca2+ and N-terminal
fatty acid acylation. 2010, 18, 116-26

MoDEL (Molecular Dynamics Extended Library): a database of atomistic molecular dynamics

1918 ajectories. 2010, 18, 1399-409

100

How does heparin prevent the pH inactivation of cathepsin B? Allosteric mechanism elucidated by
docking and molecular dynamics. 2010, 11 Suppl 5, S5

Unraveling the molecular mechanisms of nitrogenase conformational protection against oxygen in

1916 diazotrophic bacteria. 2010, 11 Suppl 5, S7

12

Current trends in antimicrobial agent research: chemo- and bioinformatics approaches. 2010, 15, 540-6

101 Structural characterization of the catalytic calcium-binding site in diisopropyl fluorophosphatase L
914 (DFPase)--comparison with related beta-propeller enzymes. 2010, 187, 373-9 3

The conformations of amino acids on a gold(111) surface. 2010, 11, 1763-7

1912 Reconstruction of atomistic details from coarse-grained structures. 2010, 31, 1333-43 127

g_membed: Efficient insertion of a membrane protein into an equilibrated lipid bilayer with
minimal perturbation. 2010, 31, 2169-74

A high-performance parallel-generalized Born implementation enabled by tabulated interaction

1910 rescaling. 2010, 31, 2593-600 17

vmdICE: a plug-in for rapid evaluation of molecular dynamics simulations using VMD. 2010, 31, 2868-73

Less is more when simulating unsulfated glycosaminoglycan 3D-structure: comparison of
1908 GLYCAMO6/TIP3P, PM3-CARB1/TIP3P, and SCC-DFTB-D/TIP3P predictions with experiment. 2010, 24
31,2932-47

A conjugated thiophene-based rotaxane: synthesis, spectroscopy, and modeling. 2010, 16, 3933-41

1906 Self-Dissociating Tubules from Helical Stacking of Noncovalent Macrocycles. 2010, 122, 8649-8653 17

Self-dissociating tubules from helical stacking of noncovalent macrocycles. 2010, 49, 8471-5

1904 Development of Entanglements in a Fully Disentangled Polymer Melt. 2010, 19, NA-NA 6

Cooperative behavior of poly(vinyl alcohol) and water as revealed by molecular dynamics

simulations. 2010, 51, 4452-4460

19



CITATION REPORT

1902 A Combined Molecular Dynamics and Experimental Study of Doped Polypyrrole. 2010, 51, 4985-4993 28

Molecular simulations of benzene and hexafluorobenzene using new optimized effective potential
models: Investigation of the liquid, vaporllquid coexistence and supercritical fluid phases. 2010,
153, 25-30

Towards multiscale modeling of ionic liquids: From electronic structure to bulk properties. 2010,
1990 452, 2-8 4o

On the structure of aqueous cesium bromide solutions: Diffraction experiments, molecular
dynamics simulations and Reverse Monte Carlo modeling. 2010, 157, 36-42

1898 Molecular force field investigation for Sulfur Hexafluoride: A computer simulation study. 2010, 291, 81-89 29

Toward the rational design of p53-stabilizing drugs: probing the surface of the oncogenic Y220C
mutant. 2010, 17, 46-56

1896 Areference implementation of the adaptive resolution scheme in ESPResSo. 2010, 181, 1449-1454 19

Selecting sequences that fold into a defined 3D structure: A new approach for protein design based
on molecular dynamics and energetics. 2010, 146, 76-84

3 The affect of urea on the kinetics of local unfolding processes in chymotrypsin inhibitor 2. 2010,
1994 151, 46-53

Conformational selection, dynamic restriction and the hydrophobic effect coupled to stabilization
of the BIR3 domain of the human X-linked inhibitor of apoptosis protein by the tetrapeptide AVPI.
2010, 152, 99-108

1892 Molecular dynamics simulations of local anesthetic articaine in a lipid bilayer. 2010, 153, 27-35 62

Massive oxidation of phospholipid membranes leads to pore creation and bilayer disintegration.
2010, 486, 99-103

The potential of mean force of nitrous oxide in a 1,2-dimyristoylphosphatidylcholine lipid bilayer.

1890 5010, 489, 96-98 3

Filling carbon nanotubes with liquid acetonitrile. 2010, 496, 50-55

End-point calculation of solvation free energy of amino-acid analogs by molecular theories of

1888 ¢ lution. 2010, 496, 351-355 64

Should carbon nanotubes be degasified before filling?. 2010, 500, 35-40

Computational analysis of ligand recognition sites of homo- and heteropentameric 5-HT3

1886 receptors. 2010, 45, 4746-60 14

Prediction of microscopic structure and physical properties of complex fluid mixtures based on

molecular simulation. 2010, 296, 125-132

20



(2010-2010)

Molecular dynamics and experimental study of conformation change of

1884 poly(N-isopropylacrylamide) hydrogels in water. 2010, 296, 164-172 87

Rescoring of docking poses using force field-based methods. 2010, 2,

Exploring the role of the phospholipid ligand in endothelial protein C receptor: a molecular

1882 4unamics study. 2010, 78, 2679-90

10

Flexibility and inhibitor binding in cdc25 phosphatases. 2010, 78, 3017-32

Structural facets of disease-linked human prion protein mutants: a molecular dynamic study. 2010,

1880 78 3270-80 41

Mechanics of carbon nanoscrolls: a review. 2010, 23, 484-497

3-8 Comparison of models of thrombin-binding 15-mer DNA aptamer by molecular dynamics
7% simulation. 2010, 75, 1017-24 7
Dipole moment of a small water cluster. The effect of size, temperature, and electric field. 2010,

92, 28-32

GUI-BioPASED: A program for molecular dynamics simulations of biopolymers with a graphical user

interface. 2010, 44, 648-654 21

1876

Static charges cannot drive a continuous flow of water molecules through a carbon nanotube. 2010
, 5,555-7

1874 Challenges in protein folding simulations: Timescale, representation, and analysis. 2010, 6, 751-758 257

Oxpholipin 11D: an anti-inflammatory peptide that binds cholesterol and oxidized phospholipids.
2010, 5, e10181

1872 Multiple routes and milestones in the folding of HIV-1 protease monomer. 2010, 5, e13208 14

Polarizable water model for the coarse-grained MARTINI force field. 2010, 6, e1000810

Differential stability of 2'F-ANA*RNA and ANA*RNA hybrid duplexes: roles of structure,

1870 pseudohydrogen bonding, hydration, ion uptake and flexibility. 2010, 38, 2498-511 58

Amiloride docking to acid-sensing ion channel-1. 2010, 285, 9627-9635

A new class of mechanism-based inhibitors for Trypanosoma cruzi trans-sialidase and their

1868 influence on parasite virulence. 2010, 20, 1034-45 27

Release of content through mechano-sensitive gates in pressurized liposomes. 2010, 107, 19856-60

21



CITATION REPORT

1866 Enhanced sampling and applications in protein folding in explicit solvent. 2010, 132, 244101 68

RNA polymerase Il trigger loop residues stabilize and position the incoming nucleotide
triphosphate in transcription. 2010, 107, 15745-50

Conserved properties of polypeptide transport-associated (POTRA) domains derived from

1864 cyanobacterial Omp85. 2010, 285, 18016-24 46

Assessment of the validity of the double superhelix model for reconstituted high density
lipoproteins: a combined computational-experimental approach. 2010, 285, 41161-71

Sustained smooth dynamics in short-sleeved nanobearings based on double-walled carbon

1862 | notubes. 2010, 21, 495303 7

From alcohol dehydrogenase to a "one-way" carbonyl reductase by active-site redesign: a
mechanistic study of mannitol 2-dehydrogenase from pseudomonas fluorescens. 2010, 285, 30644-53

Computational investigation of lipid hydration water of LB

1860 1-palmitoyl-2-oleoyl-sn-glycero-3-phosphocholine at three hydration levels. 2010, 108, 2027-2036 17

Coupling different levels of resolution in molecular simulations. 2010, 132, 114101

1858 Self-organization of a stable pore structure in a phospholipid bilayer. 2010, 105, 018105 34

Computer simulations of aqua metal ions for accurate reproduction of hydration free energies and
structures. 2010, 132, 104505

1856 Towards microsecond biological molecular dynamics simulations on hybrid processors. 2010, 6

Exploiting 162-Nanosecond End-to-End Communication Latency on Anton. 2010,

.8 Molecular dynamics study of solvation differences between cis- and transplatin molecules in water.
54 2010, 132, 174507 14

Molecular requirements for ethanol differential allosteric modulation of glycine receptors based
on selective Gbetagamma modulation. 2010, 285, 30203-13

1852 Performance Evaluation of an Irregular Application Parallelized in Java. 2010, 1

SMOG@ctbp: simplified deployment of structure-based models in GROMACS. 2010, 38, W657-61

Nonexponential decay of internal rotational correlation functions of native proteins and self-similar

ie5e structural fluctuations. 2010, 107, 19844-9 2

A conserved protein interaction interface on the type 5 G protein beta subunit controls proteolytic

stability and activity of R7 family regulator of G protein signaling proteins. 2010, 285, 41100-12

22



(2010-2010)

1848 Slipknotting upon native-like loop formation in a trefoil knot protein. 2010, 107, 15403-8 84

A self-learning algorithm for biased molecular dynamics. 2010, 107, 17509-14

Immobilization of the plug domain inside the SecY channel allows unrestricted protein
translocation. 2010, 285, 23747-54 25

A comprehensive in silico analysis of the functional and structural impact of SNPs in the IGF1R
gene. 2010, 2010, 715139

3 Composition and lipid spatial distribution of HDL particles in subjects with low and high
1944 HpL-cholesterol. 2010, 51, 2341-51 93

Multiscale coarse-graining of the protein energy landscape. 2010, 6, e1000827

Conformational transitions upon ligand binding: holo-structure prediction from apo conformations. 3
2010, 6, 1000634 >

Atomic-resolution simulations predict a transition state for vesicle fusion defined by contact of a
few lipid tails. 2010, 6, 1000829

Spontaneous quaternary and tertiary T-R transitions of human hemoglobin in molecular dynamics 3
simulation. 2010, 6, 1000774 4

Self-assembly of diamondoid molecules and derivatives (MD simulations and DFT calculations).
2010, 11, 288-303

Accommodation of aminoacyl-tRNA into the ribosome involves reversible excursions along multiple
pathways. 2010, 16, 1196-204 144

Plasticity of cytochrome P450 2B4 as investigated by hydrogen-deuterium exchange mass
spectrometry and X-ray crystallography. 2010, 285, 38602-11

Combining ab initio quantum mechanics with a dipole-field model to describe acid dissociation

reactions in water: first-principles free energy and entropy calculations. 2010, 132, 074112 10

Molecular model for carbon dioxide optimized to vapor-liquid equilibria. 2010, 132, 234512

18 Watching solvent friction impede ultrafast barrier crossings: a direct test of Kramers theory. 2010,
34133, 174506 +4

Charge transport in columnar mesophases of carbazole macrocycles. 2010, 133, 134901

1832 Simulations of Phenol Adsorption onto Activated Carbon and Carbon Black. 2010, 28, 797-806 5

A long DNA segment in a linear nanoscale Paul trap. 2010, 21, 015103

=



CITATION REPORT

Single-particle and collective dynamics of methanol confined in carbon nanotubes: a computer

1830 Gimulation study. 2010, 22, 415104

Interlaced P3M algorithm with analytical and ik-differentiation. 2010, 132, 234103

1828 Stretched exponential dynamics in lipid bilayer simulations. 2010, 133, 115101 22

Free energy surfaces for the interaction of D-glucose with planar aromatic groups in aqueous
solution. 2010, 133, 155103

1826 Structural and dynamic properties of a new amyloidogenic chicken cystatin mutant 1108T. 2010, 27, 641-9 30

Molecular dynamics of membrane peptides and proteins: principles and comparison to
experimental data. 2010, 654, 403-21

Role of the bile salt surfactant sodium cholate in enhancing the aqueous dispersion stability of

1824 single-walled carbon nanotubes: a molecular dynamics simulation study. 2010, 114, 15616-25

117

Molecular Simulation Study of the Structure of High Density Polymer Brushes in Good Solvent.
2010, 43,9131-9138

Self-accumulation of aromatics at the oil-water interface through weak hydrogen bonding. 2010,

132, 18281-6 126

1822

pH response of conformation of poly(propylene imine) dendrimer in water: a molecular simulation
study. 2010, 36, 1164-1172

1820 Modeling of amorphous polyaniline emeraldine base. 2010, 114, 9771-7 10

Molecular dynamics simulation of protein adsorption at fluid interfaces: a comparison of all-atom
and coarse-grained models. 2010, 11, 2781-7

Toward an understanding of the aqueous solubility of amino acids in the presence of salts: a

e molecular dynamics simulation study. 2010, 114, 16450-9 3t

The noncanonical disulfide bond as the important stabilizing element of the immunoglobulin fold
of the Dr fimbrial DraE subunit. 2010, 49, 1460-8

A Coarse-Grained Model Based on Morse Potential for Water and n-Alkanes. Journal of Chemical

1816 Theory and Computation, 2010, 6, 851-63 6.4

61

Investigation of protein folding by coarse-grained molecular dynamics with the UNRES force field.
2010, 114, 4471-85

Modeling the relationship between the p53 C-terminal domain and its binding partners using

1814 molecular dynamics. 2010, 114, 13201-13 17

Time averaging of NMR chemical shifts in the MLF peptide in the solid state. 2010, 132, 5993-6000

24



(2010-2010)

Interplay between Chain Collapse and Microphase Separation in Bottle-Brush Polymers with Two

1812 1y 566 of Side Chains. 2010, 43, 5137-5148 >4

Free volume theory applied to lateral diffusion in Langmuir monolayers: atomistic simulations for a
protein-free model of lung surfactant. 2010, 26, 15436-44

Primary changes of the mechanical properties of Southern Bean Mosaic Virus upon calcium

1810 o moval. 2010, 98, 687-95 23

Linking well-tempered metadynamics simulations with experiments. 2010, 98, L44-6

Instantaneous normal modes as an unforced reaction coordinate for protein conformational

1808 transitions. 2010, 98, 2356-64 27

Protein thermostability calculations using alchemical free energy simulations. 2010, 98, 2309-16

The mechanical properties of PCNA: implications for the loading and function of a DNA sliding

1806 (|amp. 2010, 98, 3062-9 17

Influence of hydrophobic mismatch and amino acid composition on the lateral diffusion of
transmembrane peptides. 2010, 99, 1447-54

Chemomechanical regulation of SNARE proteins studied with molecular dynamics simulations.

2010, 99, 1221-30 16

1804

An unusual hydrophobic core confers extreme flexibility to HEAT repeat proteins. 2010, 99, 1596-603

1802 Direct simulation of protein-mediated vesicle fusion: lung surfactant protein B. 2010, 99, 2134-42 64

Molecular organization of the tear fluid lipid layer. 2010, 99, 2559-67

Single molecule diffusion of membrane-bound proteins: window into lipid contacts and bilayer

1800 4y namics. 2010, 99, 2879-87

131

Partitioning of lipids at domain boundaries in model membranes. 2010, 99, L91-3

Importance of the sphingosine base double-bond geometry for the structural and thermodynamic

1798 properties of sphingomyelin bilayers. 2010, 99, 2957-66 12

Relation between the conformational heterogeneity and reaction cycle of Ras: molecular
simulation of Ras. 2010, 99, 3726-34

Interaction of salicylate and a terpenoid plant extract with model membranes: reconciling

1796 experiments and simulations. 2010, 99, 3887-94 28

Crystallization and Melting Simulations of Oligomeric # Isotactic Polypropylene. 2010, 43, 5455-5469

25



CITATION REPORT

L Multi-Level Ewald: A hybrid multigrid / Fast Fourier Transform approach to the electrostatic 6
794 particle-mesh problem. Journal of Chemical Theory and Computation, 2010, 6, 443-58 4 24

Plugging into proteins: poisoning protein function by a hydrophobic nanoparticle. 2010, 4, 7508-14

1792 Molecular Modeling of Biomembranes: A How-to Approach. 2010, 35-58 2

Oil/water transfer is partly driven by molecular shape, not just size. 2010, 132, 234-40

Local Chain Dynamics and Dynamic Heterogeneity in Cross-Linked Epoxy in the Vicinity of Glass
1799 Transition. 2010, 43, 6505-6510 33

Mechanism of contrast formation in atomic Force microscopy in water. 2010, 105, 196101

1-88 Molecular Dynamics in Physiological Solutions: Force Fields, Alkali Metal lons, and lonic Strength. 6
7 Journal of Chemical Theory and Computation, 2010, 6, 2167-75 447

Water replacement hypothesis in atomic details: effect of trehalose on the structure of single

dehydrated POPC bilayers. 2010, 26, 11118-26

. ProMetCS: An Atomistic Force Field for Modeling Protein-Metal Surface Interactionsin a 6 L
7 Continuum Aqueous Solvent. Journal of Chemical Theory and Computation, 2010, 6, 1753-68 45

Computing Relative Free Energies of Solvation using Single Reference Thermodynamic Integration

Augmented with Hamiltonian Replica Exchange. Journal of Chemical Theory and Computation, 2010, 6.4

6, 3427-3441

Amino acid transport in thermophiles: characterization of an arginine-binding protein in

1784 Thermotoga maritima. 2. Molecular organization and structural stability. 2010, 6, 687-98 18

lon-specific effects under confinement: the role of interfacial water. 2010, 4, 2035-42

Cholesterol slows down the lateral mobility of an oxidized phospholipid in a supported lipid bilayer.

1782 010, 26, 17322-9 29

Surface-Active cis-Pinonic Acid in Atmospheric Droplets: A Molecular Dynamics Study. 2010, 1, 769-773

18 Cholesterol in bilayers with PUFA chains: doping with DMPC or POPC results in sterol reorientation
799" and membrane-domain formation. 2010, 49, 7485-93 90

Metadynamics as a tool for mapping the conformational and free-energy space of peptides--the

alanine dipeptide case study. 2010, 114, 5632-42

In silico prediction of the 3D structure of trimeric asialoglycoprotein receptor bound to

1778 triantennary oligosaccharide. 2010, 132, 9087-95 12

Interaction and dimerization energies in methyl-blocked alpha,gamma-peptide nanotube segments.

2010, 114, 4973-83

26



(2010-2010)

1776 Suk and Aluru Reply:. 2010, 105, 9

Universal signature of hydrogen bonding in the oxygen K-edge spectrum of alcohols. 2010, 114, 13076-83

1774 Solution structure and membrane binding of the toxin fst of the par addiction module. 2010, 49, 6567-75 25

Energy Matrix of Structurally Important Side-Chain/Side-Chain Interactions in Proteins. Journal of 6
Chemical Theory and Computation, 2010, 6, 2191-203 4

1772 Enhanced sampling in the well-tempered ensemble. 2010, 104, 190601 188

Soft wall ion channel in continuum representation with application to modeling ion currents in
Fhemolysin. 2010, 114, 15180-90

0 Stability and membrane orientation of the fukutin transmembrane domain: a combined multiscale 5
779 molecular dynamics and circular dichroism study. 2010, 49, 10796-802 3

Fold catastrophes and the dependence of free-energy barriers to conformational transitions on
applied force. 2010, 114, 10821-5

Desolvation Costs of Salt Bridges across Protein Binding Interfaces: Similarities and Differences

between Implicit and Explicit Solvent Models. 2010, 1, 2844-2848 22

1768

Driving forces for adsorption of amphiphilic peptides to the air-water interface. 2010, 114, 11093-101

Vibrational energy transfer between carbon nanotubes and liquid water: a molecular dynamics

1766 tudy. 2010, 114, 4609-14

11

Amino acids at water-vapor interfaces: surface activity and orientational ordering. 2010, 114, 13005-10

Implementation of molecular dynamics and its extensions with the coarse-grained UNRES force
1764 fField on massively parallel systems; towards millisecond-scale simulations of protein structure, 6.4 37
dynamics, and thermodynamics. Journal of Chemical Theory and Computation, 2010, 6, 890-909

Temperature Dependence of Protein Dynamics Simulated with Three Different Water Models.
Journal of Chemical Theory and Computation, 2010, 6, 1390-1400

Lessons from free energy simulations of delta-opioid receptor homodimers involving the fourth

1762 transmembrane helix. 2010, 49, 6771-6 42

Nontemplated approach to tuning the spectral properties of cyanine-based fluorescent
nanoGUMBOS. 2010, 26, 12867-76

Understanding the dynamics behind the photoisomerization of a light-driven fluorene molecular

1760 rotary motor. 2010, 114, 5058-67 8

Mechanical Properties of Coarse-Grained Bilayers Formed by Cardiolipin and Zwitterionic Lipids.

Journal of Chemical Theory and Computation, 2010, 6, 1638-49

27



CITATION REPORT

1758 Structure and conformational stability of protonated dialanine. 2010, 114, 7537-43 6

A new coarse-grained model for water: the importance of electrostatic interactions. 2010, 114, 10524-9

Dynamic correlation between pressure-induced protein structural transition and water

1756 penetration. 2010, 114, 2281-6 6o

Molecular structure of the dioctadecyldimethylammonium bromide (DODAB) bilayer. 2010, 26, 15076-9

L Comparing the Efficiency of Biased and Unbiased Molecular Dynamics in Reconstructing the Free 6
754 Energy Landscape of Met-Enkephalin. Journal of Chemical Theory and Computation, 2010, 6, 3640-3646 4 43

A novel evaluation of residue and protein volumes by means of Laguerre tessellation. 2010, 50, 947-60

L What is the origin of the prepeak in the X-ray scattering of imidazolium-based room-temperature
752 jonic liquids?. 2010, 114, 16838-46

Exploring atomic resolution physiology on a femtosecond to millisecond timescale using molecular
dynamics simulations. 2010, 135, 555-62

1750 Current status of the AMOEBA polarizable force field. 2010, 114, 2549-64 914

Slow process in confined polymer melts: layer exchange dynamics at a polymer solid interface.
2010, 82, 050801

Simulation of Coarse-Grained Protein-Protein Interactions with Graphics Processing Units. Journal

1748 of Chemical Theory and Computation, 2010, 6, 3588-600 64 10

Characterization of perfluorooctylbromide-based nanoemulsion particles using atomistic molecular
dynamics simulations. 2010, 114, 10086-96

1746 Coarse grained simulations of local anesthetics encapsulated into a liposome. 2010, 114, 7009-15 13

Molecular dynamics study on glass transitions in atactic-polypropylene bulk and freestanding thin
films. 2010, 114, 4955-63

Transport Properties of Aqueous Solutions of (1R,2S)-(}} and (1S,2R)-(+)-Ephedrine Hydrochloride

1744 at Different Temperatures. 2010, 55, 1145-1152 10

On the Mechanism of Protein Adsorption onto Hydroxylated and Nonhydroxylated TiO2 Surfaces.
2010, 114, 14496-14502

1742 Helix formation in a pentapeptide: experiment and force-field dependent dynamics. 2010, 114, 12391-402 36

Study of Redox Species and Oxygen Vacancy Defects at TiO2Electrolyte Interfaces. 2010, 114, 19433-19442

28



(2010-2010)

Experimental verification of force fields for molecular dynamics simulations using Gly-Pro-Gly-Gly.
1749 2010, 114, 12358-75 39

Potentials of mean force and permeabilities for carbon dioxide, ammonia, and water flux across a
Rhesus protein channel and lipid membranes. 2010, 132, 13251-63

3 Comparative Study of Force Fields for Molecular Dynamics Simulations of Hlycine Crystal Growth
173° from Solution. 2010, 10, 5146-5158 40

Exploring the changes in the structure of thelical peptides adsorbed onto a single walled carbon
nanotube using classical molecular dynamics simulation. 2010, 114, 14048-58

1736 Electronic properties of disordered organic semiconductors via QM/MM simulations. 2010, 43, 995-1004 83

Structure and plasticity of the peptidyl-prolyl isomerase Par27 of Bordetella pertussis revealed by
X-ray diffraction and small-angle X-ray scattering. 2010, 169, 253-65

1734 Barnase-Barstar: from first encounter to final complex. 2010, 171, 52-63 25

Evolution of stability in a cold-active enzyme elicits specificity relaxation and highlights
substrate-related effects on temperature adaptation. 2010, 395, 155-66

Modulation of polyglutamine conformations and dimer formation by the N-terminus of huntingtin. L
1732 2010, 396, 1295-309 5

A transmembrane polar interaction is involved in the functional regulation of integrin alpha L beta
2.2010, 398, 569-83

1730 Interstitial voids in silica melts and implication for argon solubility under high pressures. 2010, 74, 4140-4149 17

Molecular dynamics simulations of protein dynamics and their relevance to drug discovery. 2010,
10, 738-44

Mapping interaction sites within the N-terminus of the calcitonin gene-related peptide receptor;

1728 the role of residues 23-60 of the calcitonin receptor-like receptor. 2010, 31, 170-6

20

Balance between alpha and beta structures in ab initio protein folding. 2010, 114, 8790-8

g_whamA Free Weighted Histogram Analysis Implementation Including Robust Error and

1726 Autocorrelation Estimates. Journal of Chemical Theory and Computation, 2010, 6, 3713-3720 64 930

Enforcing SLAs in Scientific Clouds. 2010,

19 Biophysical properties of membrane-active peptides based on micelle modeling: a case study of L
724 cell-penetrating and antimicrobial peptides. 2010, 114, 13726-35 J

Crystal and rotator phases of n-alkanes: A molecular dynamics study. 2010, 132, 044901

29



CITATION REPORT

1722 Structure of liquid linear alcohols. 2010, 114, 6426-36 73

Membrane proteins diffuse as dynamic complexes with lipids. 2010, 132, 7574-5

1720 Assessing the stability of Alzheimer’s amyloid protofibrils using molecular dynamics. 2010, 114, 1652-60 299

Membrane-mediated effect on ion channels induced by the anesthetic drug ketamine. 2010, 132, 7990-7

1718 A multiscale description of charge transport in conjugated oligomers. 2010, 132, 134103 72

The role of nonbonded interactions in the conformational dynamics of organophosphorous
hydrolase adsorbed onto functionalized mesoporous silica surfaces. 2010, 114, 531-40

1716 Widom line and the liquid-liquid critical point for the TIP4P/2005 water model. 2010, 133, 234502 239

Communication: On the locality of hydrogen bond networks at hydrophobic interfaces. 2010, 133, 221101

Transferability of Nonbonded Interaction Potentials for Coarse-Grained Simulations: Benzene in

1714 \water. Journal of Chemical Theory and Computation, 2010, 6, 2434-44 64 62

Poly(styrenesulfonate)Poly(diallyldimethylammonium) Mixtures: Toward the Understanding of
Polyelectrolyte Complexes and Multilayers via Atomistic Simulations. 2010, 43, 7828-7838

Enhanced pair hydrophobicity in the water-dimethylsulfoxide (DMSO) binary mixture at low DMSO

concentrations. 2010, 114, 12875-82 82

1712

Excess-entropy scaling of dynamics for a confined fluid of dumbbell-shaped particles. 2010, 82, 041201

On the use of excess entropy scaling to describe single-molecule and collective dynamic properties

1719 of hydrocarbon isomer Fluids. 2010, 114, 16487-93

Sequence-dependent configurational entropy change of DNA upon intercalation. 2010, 114, 13446-54

1708 Charge transport in organic crystals: role of disorder and topological connectivity. 2010, 132, 11702-8 150

Can salting-in/salting-out ions be classified as chaotropes/kosmotropes?. 2010, 114, 643-50

1706 Equilibrium study of protein denaturation by urea. 2010, 132, 2338-44 218

Molecular dynamics simulations of pentacene thin films: The effect of surface on polymorph

selection. 2010, 20, 10397

30



(2010-2010)

0 Stabilization of aqueous carbon nanotube dispersions using surfactants: insights from molecular 3
794 dynamics simulations. 2010, 4, 7193-204 4

Systematic design of unimolecular star copolymer micelles using molecular dynamics simulations.
2010, 6, 5491

The binding of vitamin B12 to transcobalamin(ll); structural considerations for bioconjugate

1702 design--a molecular dynamics study. 2010, 6, 1611-8 14

Nature of sodium atoms/(Na(+), e(-)) contact pairs in liquid tetrahydrofuran. 2010, 114, 11535-43

1700 Membrane Protein Structure Determination. 2010, 4

Fatty acid hydroxytyrosyl esters: structure/antioxidant activity relationship by ABTS and in
cell-culture DCF assays. 2010, 58, 5292-9

608 Piezoelectric constants for ZnO calculated using classical polarizable core-shell potentials. 2010,
1599 21, 445707

Inclusion of terpenoid plant extracts in lipid bilayers investigated by molecular dynamics
simulations. 2010, 114, 15825-31

Oxidation changes physical properties of phospholipid bilayers: fluorescence spectroscopy and

1696 molecular simulations. 2010, 26, 6140-4 95

Molecular dynamics simulation of macromolecules using graphics processing unit. 2010, 36, 1131-1140

Chain-Length Dependence of the Segmental Relaxation in Polymer Melts: Molecular Dynamics

1694 Simulation Studies on Poly(propylene oxide). 2010, 43, 8985-8992 22

High Performance Computing in Science and Engineering, Garching/Munich 2009. 2010,

1692 Concerted diffusion of lipids in raft-like membranes. 2010, 144, 411-30; discussion 445-81 8o

Detailed Load Balance Analysis of Large Scale Parallel Applications. 2010,

On the stability of chymotrypsin inhibitor 2 in a 10 M urea solution. The role of interaction energies

for urea-induced protein denaturation. 2010, 12, 9358-66 28

1690

Parameterization and validation of an accurate force-field for the simulation of alkylamine
functionalized silicon (111) surfaces. 2010, 12, 4201-9

Solvated poly-(phenylene vinylene) derivatives: conformational structure and aggregation

1688 behavior. 2010, 20, 10475

22

A numerical investigation into possible mechanisms by that the A629P mutant of ATP7A causes

Menkes Disease. 2010, 12, 11390-7

31



CITATION REPORT

Revisiting the nitrosyl complex of myoglobin by high-field pulse EPR spectroscopy and quantum

1686 mechanical calculations. 2010, 12, 7276-89 35

Conformational preferences of a 14-residue fibrillogenic peptide from acetylcholinesterase. 2010,
49, 3678-84

Solvation of small disulfonate anions in water/methanol mixtures characterized by high-field pulse

1684 electron nuclear double resonance and molecular dynamics simulations. 2010, 114, 7429-38 13

A translational nanoactuator based on carbon nanoscrolls on substrates. 2010, 96, 053115

Interdependent lateral interactions, hydrophobicity and acid strength and their influence on the

1682 catalytic activity of nanoporous sulfonic acid silicas. 2010, 12, 1383

102

Dynamics and energetics of solute permeation through the Plasmodium Falciparum
aquaglyceroporin. 2010, 12, 10246-54

Solvents derived from glycerol modify classical regioselectivity in the enzymatic synthesis of

1680 disaccharides with Biolacta fgalactosidase. 2011, 13, 2810 23

Mining Cellular Automata models on protein folding trajectories. 2011,

Force distribution determines optimal length of fsheet crystals for mechanical robustness. 2011,

1678 3
7,1308-1311

Structural properties of polystyrene oligomers in different environments: a molecular dynamics

study. 2011, 13, 18107-14

1676 Elastomechanical properties of resilin. 2011, 7, 11006 12

Structure and order of DODAB bilayers modulated by dicationic gemini surfactants. 2011, 13, 13772-82

1674 Evaluation of structural and energetic protein properties on the villin folding simulation. 2011,

Organic Functionalization and Optimal Coverage of a Silicon(111) Surface in Solvent: A
Computational Study. 2011, 115, 4145-4154

Conformational variability of organophosphorus hydrolase upon soman and paraoxon binding.

1672 5011, 115, 15389-98 7

Modeling of intracellular transport and compartmentation. 2012, 127, 221-49

Insights on the permeability of wide protein channels: measurement and interpretation of ion

1670 celectivity. 2011, 3, 159-72 44

The adsorption and competitive adsorption of bile salts and whey protein at the oilivater

interface. 2011, 7, 8942

32



(2011-201)

Comparative analysis of threshold and tessellation methods for determining protein contacts. 2011

1668 54, 493-507 =

Protofibrillar Assembly Toward the Formation of Amyloid Fibrils. 2011, 2, 2385-2390

1666 Physically motivated, robust, ab initio force fields for CO2 and N2. 2011, 115, 10054-63 45

On the difference between a point multipole and an equivalent linear arrangement of point
charges in force field models for vapourllquid equilibria; partial charge based models for 59 real
fluids. 2011, 109, 1975-1982

Modelling molecule-surface interactions--an automated quantum-classical approach using a genetic

1664 ;lgorithm. 2011, 13, 10577-83 13

Architectural Constraints to Attain 1 Exaflop/s for Three Scientific Application Classes. 2011,

An all atom computer simulation study of the liquid crystalline phase behaviour of alkenic

1662 fluoroterphenyls. 2011, 7, 10266

11

Influence of water-protein hydrogen bonding on the stability of Trp-cage miniprotein. A
comparison between the TIP3P and TIP4P-Ew water models. 2011, 13, 19840-7

1660 Molecular dynamics calculation of activation volumes. 2011, 13, 438-40 14

Molecular modeling of the human serotonin(1A) receptor: role of membrane cholesterol in ligand
binding of the receptor. 2011, 7, 224-34

1658 The protein folding transition-state ensemble from a G™ Hike model. 2011, 13, 15166-74 12

Arrhenius analysis of anisotropic surface self-diffusion on the prismatic facet of ice. 2011, 13, 19960-9

1656 X10 as a Parallel Language for Scientific Computation: Practice and Experience. 2011, 17

An atomistic study of a poly(styrene sulfonate)/poly(diallyldimethylammonium) bilayer: the role of
surface properties and charge reversal. 2011, 13, 16336-42

1654 Conditional reversible work method for molecular coarse graining applications. 2011, 13, 10468-74 70

An Energy-Aware Saas Stack. 2011,

1652 Alignment by Langmuir/Schaefer monolayers of bent-core liquid crystals. 2011, 7, 9043 27

Predicting hydration Gibbs energies of alkyl-aromatics using molecular simulation: a comparison of

current force fields and the development of a new parameter set for accurate solvation data. 2011,
13, 17384-94

33



CITATION REPORT

Synthesis and activity of a novel diether phosphonoglycerol in phospholipase-resistant synthetic L
lipid:peptide lung surfactants(). 2011, 2, 1167-1173 5

A Kirkwood-Buff force field for the aromatic amino acids. 2011, 13, 18154-67

1648 Polarizability versus mobility: atomistic force field for ionic liquids. 2011, 13, 16055-62 122

Effects of external electric fields on the self-assembly of phospholipids/water
mixturesdoarse-grained molecular dynamics simulations. 2011, 7, 9307

1646 Autonomic Resource Management Handling Delayed Configuration Effects. 2011, 3

Moving beyond Watson-Crick models of coarse grained DNA dynamics. 2011, 135, 205102

1644 Computer modeling of Allatostatins using Molecular Dynamics Method: Schistostatin-10. 2011,

Partition coefficients of disparlure at hydrophobic/aqueous interfaces: A comparative experimental
and theoretical study. 2011, 89, 568-572

Assessing the Quality of the OPEP Coarse-Grained Force Field. Journal of Chemical Theory and 6
Computation, 2011, 7, 1928-34 425

A New Efficient Method for Generating Conformations of Unfolded Proteins with Diverse 6
Main-Chain Dihedral-Angle Distributions. Journal of Chemical Theory and Computation, 2011, 7, 2126-36

1640 2DIR spectroscopy of human amylin fibrils reflects stable fsheet structure. 2011, 133, 16062-71 99

Atomistic molecular dynamics simulations of the interactions of oleic and 2-hydroxyoleic acids with
phosphatidylcholine bilayers. 2011, 115, 11727-38

Molecular Dynamics Study of Water Interacting with Siloxane Surface Modified by Poly(ethylene
oxide) Chains. 2011, 115, 18740-18751

Direct observations of conformational distributions of intrinsically disordered p53 peptides using
UV Raman and explicit solvent simulations. 2011, 115, 9520-7

Self-organization of 1-methylnaphthalene on the surface of artificial snow grains: a combined
experimental-computational approach. 2011, 115, 11412-22

Coenzyme A binding to the aminoglycoside acetyltransferase (3)-lllb increases conformational
sampling of antibiotic binding site. 2011, 50, 10559-65

6 Probing the steric space at the floor of the D1 dopamine receptor orthosteric binding domain: 78 L
34 7H 88 and 8#methyl substituted dihydrexidine analogues. 2011, 54, 5508-21 4

Carbon Nanotube Wins the Competitive Binding over Proline-Rich Motif Ligand on SH3 Domain.

2011, 115, 12322-12328

34



(2011-201)

Structure and Dynamics of Ring Polymers: Entanglement Effects Because of Solution Density and 5
Ring Topology. 2011, 44, 8668-8680 4

Hofmeister ion interactions with model amide compounds. 2011, 115, 13781-7

A Solvent-Free Coarse Grain Model for Crystalline and Amorphous Cellulose Fibrils. Journal of 6
Chemical Theory and Computation, 2011, 7, 2539-48 4 47

Virtual Screening for Dipeptide Aggregation: Toward Predictive Tools for Peptide Self-Assembly.
2011, 2, 2380-2384

Understanding RNA Flexibility Using Explicit Solvent Simulations: The Ribosomal and Group | Intron 6
Reverse Kink-Turn Motifs. Journal of Chemical Theory and Computation, 2011, 7, 2963-80 4 43

Non-adiabatic dynamics of interfacial systems: a case study of a nanoparticle penetration into a
lipid bilayer. 2011, 37, 525-536

1626 Effect of Curvature on the HHelix Breaking Tendency of Carbon Based Nanomaterials. 2011, 115, 8886-8892 53

Prioritization of charge over geometry in transition state analogues of a dual specificity protein
kinase. 2011, 133, 3989-94

A minimal Rac activation domain in the unconventional guanine nucleotide exchange factor
Dock180. 2011, 50, 1070-80 7

Molecular Dynamics Simulations Predict a Favorable and Unique Mode of Interaction between
Lithium (Li(+)) lons and Hydrophobic Molecules in Aqueous Solution. Journal of Chemical Theory and 6.4
Computation, 2011, 7, 818-24

1622 Molecular dynamics study of reaction kinetics in viscous media. 2011, 109, 1901-1909 8

A molecular dynamics approach for the association of apolipoproteinB-100 and
chondroitin-6-sulfate. 2011, 115, 4818-25

Properties of Benzene Confined between Two Au(111) Surfaces Using a Combined Density

1620 Functional Theory and Classical Molecular Dynamics Approach. 2011, 115, 14707-14717 31

Efficient Explicit-Solvent Molecular Dynamics Simulations of Molecular Association Kinetics:
Methane/Methane, Na(+)/Cl(-), Methane/Benzene, and K(+)/18-Crown-6 Ether. Journal of Chemical 6.4
Theory and Computation, 2011, 7, 1189-97

1618 Force-induced change in protein unfolding mechanism: discrete or continuous switch?. 2011, 115, 1546-61 45

Influence of Surface Groups on the Diffusion of Gases in MCM-41: A Molecular Dynamics Study.
2011, 115, 10651-10660

Subpicosecond Dynamics of Metal-to-Ligand Charge-Transfer Excited States in Solvated

1616 [Ru(bpy)3]2+ Complexes. 2011, 115, 15617-15626 34

Effects of tether length on the behavior of amphiphilic bent-core molecules at water surfaces. 2011

, 115, 12809-15

35



CITATION REPORT

Modeling the nanophase structural dynamics of phenylated sulfonated poly ether ether ketone

1614 ketone (Ph-SPEEKK) membranes as a function of hydration. 2011, 115, 1817-24 13

Association and microheterogeneity in aqueous 2-butoxyethanol solutions. 2011, 115, 15323-31

Vibrational energy transfer between carbon nanotubes and nonaqueous solvents: a molecular

1612 4 amics study. 2011, 115, 5260-7 4

Coarse-grained molecular dynamics simulations of the sphere to rod transition in surfactant
micelles. 2011, 27, 6628-38

Membrane position of ibuprofen agrees with suggested access path entrance to cytochrome P450

1610 59 active site. 2011, 115, 11248-55 114

The Thr- and Ala-rich hyperactive antifreeze protein from inchworm folds as a flat silk-like fhelix.
2011, 50, 4467-78

Molecular Dynamics Simulations of the Self-Assembly of Tetraphenylporphyrin-Based Monolayers

1608 14 Bilayers at a Silver Interface. 2011, 115, 18434-18444 17

Solvation structure and dynamics of cis- and trans-1,2 dichloroethene isomers in supercritical
carbon dioxide. A molecular dynamics simulation study. 2011, 115, 12098-107

Surface Hopping Excited-State Dynamics Study of the Photoisomerization of a Light-Driven

1606 Fluorene Molecular Rotary Motor. Journal of Chemical Theory and Computation, 2011, 7, 2189-99

6.4 115

Proline 68 enhances photoisomerization yield in photoactive yellow protein. 2011, 115, 6668-77

The Influence of Cholesterol on the Properties and Permeability of Hypericin Derivatives in Lipid

1604 Membranes. Journal of Chemical Theory and Computation, 2011, 7, 560-74 64 41

Characterization of interactions between PilA from Pseudomonas aeruginosa strain K and a model
membrane. 2011, 115, 8004-8

Interactions between polymer brush-coated spherical nanoparticles: the good solvent case. 2011,

1602 435 214902 42

Molecular modeling of organophosphorous agents and their aqueous solutions. 2011, 115, 5201-9

1600 Inhibition of Myosin ATPase activity by halogenated pseudilins: a structure-activity study. 2011, 54, 3675-85 36

Reversible hydrogen bond network dynamics: molecular dynamics simulations of
calix[4]arene-catenanes. 2011, 115, 6445-54

3 Simulative Analysis of a Truncated Octahedral DNA Nanocage Family Indicates the Single-Stranded
159 Thymidine Linkers as the Major Player for the Conformational Variability. 2011, 115, 16819-16827 14

Determination of Conformational Equilibria in Proteins Using Residual Dipolar Couplings. Journal of

Chemical Theory and Computation, 2011, 7, 4189-4195 6.4




(2011-201)

1596 Protein side-chain translocation mutagenesis via incorporation of peptoid residues. 2011, 6, 1367-74 33

On the role of London dispersion forces in biomolecular structure determination. 2011, 115, 8038-46

Biophysical analysis of binding of WW domains of the YAP2 transcriptional regulator to PPXY

1594 motifs within WBP1 and WBP2 adaptors. 2011, 50, 9616-27 26

Molecular simulations of the structure and dynamics of water confined between alkanethiol
self-assembled monolayer plates. 2011, 115, 4662-70

1592 Driving force for hydrophobic interaction at different length scales. 2011, 115, 2303-11 58

Driving Force for the Association of Amphiphilic Molecules. 2011, 2, 2391-2395

Parallel Generalized Born Implicit Solvent Calculations with NAMD. Journal of Chemical Theory and

1599 computation, 2011, 7, 3635-3642 6.4 111

CELLmicrocosmos 2.2 MembraneEditor: a modular interactive shape-based software approach to
solve heterogeneous membrane packing problems. 2011, 51, 1165-82

An analysis of the influence of protein intrinsic dynamical properties on its thermal unfolding

1588 bahavior. 2011, 29, 105-21 9

Simulated glass transition of poly(ethylene oxide) bulk and film: a comparative study. 2011, 115, 11044-52

1286 Conformation and dynamics of poly(N-isopropyl acrylamide) trimers in water: a molecular dynamics 5
5 and metadynamics simulation study. 2011, 115, 5827-39 9

Increased Propensity of lag[for the Water Surface in Non-neutral Solutions: Implications for the

Interfacial Behavior of H30aqg+ and OHaqll2011, 2, 972-976

18 Molecular transport through surfactant-covered oil-water interfaces: role of physical properties of ;
5%4 solutes and surfactants in creating energy barriers for transport. 2011, 27, 2420-36 4

On the structure and stretching of microhydrated DNA. 2011, 115, 11238-47

Three different approaches for the clarification of the interactions between lipoproteins and

1582 chondroitin-6-sulfate. 2011, 83, 6040-6 19

On-the-Fly Identification of Conformational Substates from Molecular Dynamics Simulations.
Journal of Chemical Theory and Computation, 2011, 7, 778-89

Anomalous behavior of linear hydrocarbon chains in water-DMSO binary mixture at low DMSO

1580 concentration. 2011, 115, 7612-20 35

Interaction of melittin peptides with perfluorocarbon nanoemulsion particles. 2011, 115, 15271-9

37



CITATION REPORT

1578 Exploration of transferability in multiscale coarse-grained peptide models. 2011, 115, 11911-26 20

Stable conformations of a single stranded deprotonated DNA i-motif. 2011, 115, 13788-95

Interactions of Nucleotide Bases with Decorated Si Surfaces from Molecular Dynamics Simulations.

1576 2011, 115, 9146-9156 10

Structure-based fragment hopping for lead optimization using predocked fragment database. 2011
,51,1703-15

1574 Behavior of the Eigen form of hydronium at the air/water interface. 2011, 115, 5881-6 29

Urea-induced drying of hydrophobic nanotubes: comparison of different urea models. 2011, 115, 2988-94

Le7s Iterative Optimization of Molecular Mechanics Force Fields from NMR Data of Full-Length Proteins.
572 Jjournal of Chemical Theory and Computation, 2011, 7, 1773-82

Unfolding the conformational behavior of peptide dendrimers: insights from molecular dynamics
simulations. 2011, 133, 5042-52

L Using molecular simulation to predict solute solvation and partition coefficients in solvents of
579 different polarity. 2011, 13, 9155-64 30

Simulation analysis of the temperature dependence of lignin structure and dynamics. 2011, 133, 20277-87

Influence of pH and Pyrenyl on the Structural and Morphological Control of Peptide Nanotubes.

1568 5011, 115, 7906-7913 19

Water ordering at membrane interfaces controls fusion dynamics. 2011, 133, 3812-5

1566 Sintering Rate and Mechanism of TiO Nanoparticles by Molecular Dynamics. 2011, 115, 11030-11035 95

Theoretical and computational analysis of static and dynamic anomalies in water-DMSO binary
mixture at low DMSO concentrations. 2011, 115, 685-92

6 Multiscale Modelling for investigating single molecule effects on the mechanics of actin filaments.
1554 2011, 329,012028

Backbone and side-chain contributions in protein denaturation by urea. 2011, 100, 1526-33

3fhelix conformation facilitates the transition of a voltage sensor S4 segment toward the down

1562 (tate. 2011, 100, 1446-54 40

Protein shape change has a major effect on the gating energy of a mechanosensitive channel. 2011,

100, 1651-9

38



(2011-201)

Determination of electron density profiles and area from simulations of undulating membranes.

1560 2011, 100, 2112-20 51

Interpretation of fluctuation spectra in lipid bilayer simulations. 2011, 100, 2104-11

1558 Role of hydration in collagen recognition by bacterial adhesins. 2011, 100, 2253-61 22

Glu-286 rotation and water wire reorientation are unlikely the gating elements for proton pumping
in cytochrome C oxidase. 2011, 101, 61-9

6 Computational electrophysiology: the molecular dynamics of ion channel permeation and 3
155 selectivity in atomistic detail. 2011, 101, 809-17 15
Structural effects and translocation of doxorubicin in a DPPC/Chol bilayer: the role of cholesterol.

2011, 101, 378-85

1554 Oxidized phosphatidylcholines facilitate phospholipid flip-flop in liposomes. 2011, 101, 1376-84 8o

Multiscale ensemble modeling of intrinsically disordered proteins: p53 N-terminal domain. 2011,
101, 1450-8

GxxxG motifs, phenylalanine, and cholesterol guide the self-association of transmembrane domains
1552 4fErbB2 receptors. 2011, 101, 1949-58 33

Crowding induces differences in the diffusion of thermophilic and mesophilic proteins: a new look
at neutron scattering results. 2011, 101, 2782-9

The effect of environment on the recognition and binding of vancomycin to native and resistant

1559 forms of lipid 1. 2011, 101, 2684-92 =

Evolution of glassy gratings with variable aspect ratios under surface diffusion. 2011, 134, 194704

Computational modeling of the catalytic mechanism of human placental alkaline phosphatase

1548 (pLAP). 2011, 51, 2538-48 e

High temperatures enhance cooperative motions between CBM and catalytic domains of a
thermostable cellulase: mechanism insights from essential dynamics. 2011, 13, 13709-20

Using molecular dynamics to study liquid phase behavior: simulations of the ternary sodium

1546 laurate/sodium oleate/water system. 2011, 27, 11381-93 28

In vitro polymerization of microtubules with a fullerene derivative. 2011, 5, 6306-14

1544 The orientation and charge of water at the hydrophobic oil droplet-water interface. 2011, 133, 10204-10 175

Computational study of the binding modes of caffeine to the adenosine A2A receptor. 2011, 115, 13880-90

39



CITATION REPORT

1542 A molecular dynamics study of water nucleation using the TIP4P/2005 model. 2011, 135, 244505 27

Structure and dynamics of the membrane-bound cytochrome P450 2C9. 2011, 7, e1002152

Molecular simulation study of the adsorption of naphthalene and ozone on atmospheric air/ice
1549 interfaces. 2011, 115, 9226-36 33

Key intermolecular interactions in the E. coli 70S ribosome revealed by coarse-grained analysis.
2011, 133, 16828-38

Electroporation of the E. coli and S. Aureus membranes: molecular dynamics simulations of

1538 complex bacterial membranes. 2011, 115, 13381-8 158

Molecular Dynamics Studies of Interfacial Water at the Alumina Surface. 2011, 115, 2038-2046

Molecular Dynamics Studies of the Size and Internal Structure of the PAMAM Dendrimer Grafted

1536 \with Arginine and Histidine. 2011, 44, 8681-8686 26

Optical Properties of Ag/Polyvinylidene Fluoride Nanocomposites: A Theoretical Study. 2011, 115, 8316-8324

1534 Headgroup mediated water insertion into the DPPC bilayer: a molecular dynamics study. 2011, 115, 3155-63 29

Synergy of molecular dynamics and isothermal titration calorimetry in studies of allostery. 2011,
492,151-88

Implicit-solvent models for micellization: nonionic surfactants and temperature-dependent
1532 properties. 2011, 115, 990-1001 29

Molecular insights into the surface morphology, layering structure, and aggregation kinetics of
surfactant-stabilized graphene dispersions. 2011, 133, 12810-23

1530 Molecular dynamics study of carbon dioxide hydrate dissociation. 2011, 115, 6102-11 85

Molecular Dynamics Study of Hydrated Poly(ethylene oxide) Chains Grafted on Siloxane Surface.
2011, 44, 3639-3648

Atomistic Study of Surface Effects on Polyelectrolyte Adsorption: Case Study of a

Poly(styrenesulfonate) Monolayer. 2011, 44, 1707-1718 28

GRIFFIN: A versatile methodology for optimization of protein-lipid interfaces for membrane protein
simulations. Journal of Chemical Theory and Computation, 2011, 7, 1167-1176

1526 Distribution-function approach to free energy computation. 2011, 135, 114108 13

Multiple stepwise pattern for potential of mean force in unfolding the thrombin binding aptamer in

complex with Sr2+. 2011, 135, 225104

40



(2011-201)

1524 Coarse-graining entropy, forces, and structures. 2011, 135, 214101 103

Crystalline, ordered and disordered lipid membranes: convergence of stress profiles due to
ergosterol. 2011, 133, 3720-3

1522 The self-assembly mechanism of fibril-Forming silk-based block copolymers. 2011, 13, 10457-67 14

How is charge transport different in ionic liquids and electrolyte solutions?. 2011, 115, 13212-21

1520 Structure and dynamics of 1,2-dimethoxyethane and 1,2-dimethoxypropane in aqueous and
5 non-aqueous solutions: a molecular dynamics study. 2011, 135, 164501 34

Molecular dynamics simulation of the structure and dynamics of water-1-alkyl-3-methylimidazolium

ionic liquid mixtures. 2011, 115, 6995-7008

1518 A flexible model for water based on TIP4P/2005. 2011, 135, 224516 124

Molecular simulation of gas adsorption, diffusion, and permeation in hydrated Nafion membranes.
2011, 115, 11352-8

1516 What is the time scale for thelix nucleation?. 2011, 133, 6809-16 63

Dynamics on the electronically excited state surface of the bioluminescent Firefly
luciferase-oxyluciferin system. 2011, 133, 12040-9

o1 Dynamics, flexibility and ligand-induced conformational changes in biological macromolecules: a 5
514 computational approach. 2011, 3, 2079-100 7

Directional solvent for membrane-free water desalinationA molecular level study. 2011, 110, 054905

Simulating the T-jump-triggered unfolding dynamics of trpzip2 peptide and its time-resolved IR and

1512 two-dimensional IR signals using the Markov state model approach. 2011, 115, 5415-24 59

Multiscale modeling of soft matter: scaling of dynamics. 2011, 13, 10412-20

Adsorption of collagen onto single walled carbon nanotubes: a molecular dynamics investigation.

1519 2011, 13, 13046-57 19

Molecular dynamics investigation of the various atomic force contributions to the interfacial
tension at the supercritical CO2-water interface. 2011, 115, 6076-87

Computational ligand-based rational design: Role of conformational sampling and force fields in

1508 model development. 2011, 2, 356-370 58

Coarse-grained representation of protein flexibility. Foundations, successes, and shortcomings.

2011, 85, 183-215

41



CITATION REPORT

1506 Assembly of polyethyleneimine in the hexagonal mesophase of nonionic surfactant: effect of pH

599" and temperature. 2011, 115, 9059-69 39
Solvation Structure and Dynamics of Ni(2+)(aq) from First Principles. Journal of Chemical Theory and
Computation, 2011, 7, 2937-46

A Coarse-Grained Model for Molecular Dynamics Simulations of Native Cellulose. Journal of 6 6
1594 chemical Theory and Computation, 2011, 7, 753-760 4 9

Strained Molecules: Insights from Force Distribution Analysis. 2011, 301-310

Replica Temperatures for Uniform Exchange and Efficient Roundtrip Times in Explicit Solvent

15092 parallel Tempering Simulations. Journal of Chemical Theory and Computation, 2011, 7, 2025-7 64 54

Impact of BRCA1 BRCT domain missense substitutions on phosphopeptide recognition. 2011, 50, 4579-89

Role of Mg2+ ions in protein kinase phosphorylation: insights from molecular dynamics simulations

1500 4 ATP-kinase complexes. 2011, 37, 1143-1150

12

Origin of chiral selectivity in gas-phase serine tetramers. 2011, 13, 877-85

3 Benzofurans from Styrax agrestis as acetylcholinesterase inhibitors: structure-activity relationships
149° and molecular modeling studies. 2011, 74, 2081-8 23

Hybrid simulations: combining atomistic and coarse-grained force fields using virtual sites. 2011,
13,10437-48

6 Anisotropic Thermal Transport in Organic Molecular Crystals from Nonequilibrium Molecular
149 Dynamics Simulations. 2011, 115, 5940-5946 39

Microsomal prostaglandin E synthase-1 exhibits one-third-of-the-sites reactivity. 2011, 440, 13-21

1494 A coarse-grain three-site-per-nucleotide model for DNA with explicit ions. 2011, 135, 165104 45

Elucidating the Crystal Face- and Hydration-Dependent Catalytic Activity of Hydrotalcites in
Biodiesel Production. 2011, 115, 1887-1898

1492 Speciation of uranylions in fulvic acid and humic acid: a DFT exploration. 2011, 13, 18038-46 25

Thermodynamic properties for applications in chemical industry via classical force fields. 2012, 307, 201-49

1490 Atomistic simulation of ion solvation in water explains surface preference of halides. 2011, 108, 6838-6842 171

A hybrid all-atom/coarse grain model for multiscale simulations of DNA. 2011, 13, 18134-44

42



(2011-201)

1488 A Partitioning Algorithm for Parallel Sorting on Distributed Memory Systems. 2011, 2

An atomistic simulation for 4-cyano-4'-pentylbiphenyl and its homologue with a reoptimized force
field. 2011, 115, 2214-27

Water-mediated conformations of the alanine dipeptide as revealed by distributed umbrella

1486 sampling simulations, quantum mechanics based calculations, and experimental data. 2011, 115, 4880-6 32

Lysozyme adsorption on polyethylene surfaces: why are long simulations needed?. 2011, 27, 12074-81

1484 Poster. 2011,

Impact of sterol tilt on membrane bending rigidity in cholesterol and 7DHC-containing DMPC
membranes. 2011, 7, 10299-10312

Hierarchy of folding and unfolding events of protein G, CI2, and ACBP from explicit-solvent

1482 G lations. 2011, 134, 045105 34

Role of water in atomic resolution AFM in solutions. 2011, 13, 12584-94

1480 Anomalies in supercooled NaCl aqueous solutions: a microscopic perspective. 2011, 134, 244510 18

Low density lipoprotein: structure, dynamics, and interactions of apoB-100 with lipids. 2011, 7, 8135

3 All-atom and coarse-grained molecular dynamics simulations of a membrane protein stabilizing
147° polymer. 2011, 27, 10523-37 53

Interleaflet interaction and asymmetry in phase separated lipid bilayers: molecular dynamics
simulations. 2011, 133, 6563-77

1476 Protonation/deprotonation effects on the stability of the Trp-cage miniprotein. 2011, 13, 17056-63 18

How Toxic Are lonic Liquid/Acetonitrile Mixtures?. 2011, 2, 2499-2503

Spectroscopic Properties of Protein-Bound Cofactors: Calculation by Combined Quantum
1474 Mechanical/Molecular Mechanical (QM/MM) Approaches. 2011,

Driving Force for the Association of Hydrophobic Peptides: The Importance of Electrostatic
Interactions in Coarse-Grained Water Models. 2011, 2, 1794-1798

1472 Friction contribution to water-bond breakage kinetics. 2011, 84, 051501 11

Molecular dynamics studies of transportan 10 (tp10) interacting with a POPC lipid bilayer. 2011,

115, 1188-98

43



CITATION REPORT

Temperature and Pressure Dependence of Polystyrene Dynamics through Molecular Dynamics
1470 simulations and Experiments. 2011, 44, 393-402 53

Membrane Pore Formation Induced by Acetylated and Polyethylene Glycol-Conjugated
Polyamidoamine Dendrimers. 2011, 115, 5316-5322

Comparative study of commonly used molecular dynamics force fields for modeling organic

1468 monolayers on water. 2011, 115, 3964-71

21

Accelerated convergence of molecular free energy via superposition approximation-based
reference states. 2011, 134, 134107

1466 Secondary structures of native and pathogenic huntingtin N-terminal fragments. 2011, 115, 11597-608 30

DNA base pair hybridization and water-mediated metastable structures studied by molecular
dynamics simulations. 2011, 50, 9628-32

146 Two-Level Adsorption of Ibuprofen on C60 Fullerene for Transdermal Delivery: Classical Molecular L
464 Dynamics and Density Functional Theory Computations. 2011, 115, 24501-24511 J

Electric field effects on chignolin conformation. 2011, 109, 094702

Activation of a water-soluble resorcinarene cavitand at the water-phosphocholine micelle interface.

1462 5011 133, 17473-8 39

Effect of urea on the fhairpin conformational ensemble and protein denaturation mechanism.
2011, 133, 17200-6

1460 Molecular dynamics simulations reveal the protective role of cholesterol in famyloid 6
4 protein-induced membrane disruptions in neuronal membrane mimics. 2011, 115, 9795-812 4

Kinetic aspects of the thermostatted growth of ice from supercooled water in simulations. 2011,

135, 034701

3 Molecular Dynamics Simulation Study of Chlorophyll a in Different Organic Solvents. Journal of 6
145% " chemical Theory and Computation, 2011, 7, 1131-40 4 30

Experimental and molecular dynamics investigation into the amphiphilic nature of sulforhodamine
B. 2011, 115, 1394-402

6 A new force field model of 1-butyl-3-methylimidazolium tetrafluoroborate ionic liquid and
1455 3cetonitrile mixtures. 2011, 13, 19345-54 47

lon pairing in aqueous electrolyte solutions with biologically relevant anions. 2011, 115, 3734-9

L Accurate prediction of the bound form of the Akt pleckstrin homology domain using normal mode
454 analysis to explore structural flexibility. 2011, 51, 2352-60

Normal mode analysis of Trp RNA binding attenuation protein: structure and collective motions.

2011, 51, 2361-71

44



(2011-201)

1452 Study of Tamiflu sensitivity to variants of A/H5N1 virus using different force fields. 2011, 51, 2266-76 35

A Simple Mechanism Underlying the Effect of Protecting Osmolytes on Protein Folding. Journal of
Chemical Theory and Computation, 2011, 7, 3846-52

A New Coarse-Grained Force Field for Membrane-Peptide Simulations. Journal of Chemical Theory 6
1459 and Computation, 2011, 7, 3793-802 470

GROMOS++ Software for the Analysis of Biomolecular Simulation Trajectories. Journal of Chemical
Theory and Computation, 2011, 7, 3379-90

Improved Binding Free Energy Predictions from Single-Reference Thermodynamic Integration
1448 Augmented with Hamiltonian Replica Exchange. Journal of Chemical Theory and Computation, 2011, 6.4 35
7,3001-3011

MOIL-opt: Energy-Conserving Molecular Dynamics on a GPU/CPU system. Journal of Chemical
Theory and Computation, 2011, 7, 3072-3082

146 MSMBuilder2: Modeling Conformational Dynamics at the Picosecond to Millisecond Scale. Journal 6 o1
445 of chemical Theory and Computation, 2011, 7, 3412-3419 4 3

On the Role of Water Models in Quantifying the Binding Free Energy of Highly Conserved Water
Molecules in Proteins: The Case of Concanavalin A. Journal of Chemical Theory and Computation,
2011, 7,3391-8

How hydrogen bonds influence the mobility of imidazolium-based ionic liquids. A combined

1444 theoretical and experimental study of 1-n-butyl-3-methylimidazolium bromide. 2011, 115, 15280-8 110

Origin of the Difference in Structural Behavior of Poly(acrylic acid) and Poly(methacrylic acid) in
Aqueous Solution Discerned by Explicit-Solvent Explicit-lon MD Simulations. 2011, 50, 11785-11796

Dynamic Behavior of Carbon Nanotube and Bio-/Artificial Surfactants Complexes in an Aqueous
1442 Environment. 2011, 115, 19659-19667

Biomolecularmodeling and simulation: a field coming of age. 2011, 44, 191-228

Steered molecular dynamics simulations reveal important mechanisms in reversible monoamine
1449 oxidase B inhibition. 2011, 50, 6441-54 9

Pillared graphene as a gas separation membrane. 2011, 13, 17027-9

3 A new force field model for the simulation of transport properties of imidazolium-based ionic L
143 liquids. 2011, 13, 7910-20 47

Using the Wimley-White Hydrophobicity Scale as a Direct Quantitative Test of Force Fields: The 6
MARTINI Coarse-Grained Model. Journal of Chemical Theory and Computation, 2011, 7, 2316-24 4

1426 Performance of quantum chemically derived charges and persistence of ion cages in ionic liquids. A
43 molecular dynamics simulations study of 1-n-butyl-3-methylimidazolium bromide. 2011, 115, 693-702

Active-site residues move independently from the rest of the protein in a 200 ns molecular

dynamics simulation of cytochrome P450 CYP119. 2011, 509, 127-32

45



CITATION REPORT

L Molecular dynamics simulation on the interfacial features of phenol extraction by TBP/dodecane in
434 water. 2011, 970, 66-72 24

The Trp-cage miniprotein with single-site mutations: Studies of stability and dynamics using
molecular dynamics. 2011, 973, 1-8

Pseudouridylation of 23S rRNA helix 69 promotes peptide release by release factor RF2 but not by

1432 release factor RF1. 2011, 93, 834-44 12

Helical integrity and microsolvation of transmembrane domains from Flaviviridae envelope
glycoproteins. 2011, 1808, 1040-9

1470 Exploring the conformational dynamics and membrane interactions of PorB from C. glutamicum: a 6
439 multi-scale molecular dynamics simulation study. 2011, 1808, 1746-52

Linker and/or transmembrane regions of influenza A/Group-1, A/Group-2, and type B virus
hemagglutinins are packed differently within trimers. 2011, 1808, 1843-54

The effect of aliphatic alcohols on fluid bilayers in unilamellar DOPC vesicles--a small-angle neutron
scattering and molecular dynamics study. 2011, 1808, 2136-46 24

Influence of the arrangement and secondary structure of melittin peptides on the formation and
stability of toroidal pores. 2011, 1808, 2258-66

Amphipathic-Lipid-Packing-Sensor interactions with lipids assessed by atomistic molecular

dynamics. 2011, 1808, 2119-27 20

Competing interactions for antimicrobial selectivity based on charge complementarity. 2011, 1808, 2867-76

Yeast-hybrid based high-throughput assay for identification of anthrax lethal factor inhibitors. 2011
1424 404,517-22

Neuraminidase inhibitor R-125489--a promising drug for treating influenza virus: steered molecular
dynamics approach. 2011, 410, 688-91

Aspartate 458 of human glutathione synthetase is important for cooperativity and active site

1422 otrycture. 2011, 411, 536-42 5

Making structural sense of dimerization interfaces of delta opioid receptor homodimers. 2011, 50, 1682-90

Statistical Convergence of Equilibrium Properties in Simulations of Molecular Solutes Embedded in

Lipid Bilayers. Journal of Chemical Theory and Computation, 2011, 7, 4175-88 64 162

1420

NMR studies of localized water and protein backbone dynamics in mechanically strained elastin.
2011, 115, 13935-42

Docking studies on the binding of quinoline derivatives and hematin to Plasmodium falciparum

1418 lactate dehydrogenase. 2011, 29, 207-18 14

Sphere-to-rod transitions of nonionic surfactant micelles in aqueous solution modeled by molecular

dynamics simulations. 2011, 27, 14071-7

46



(2011-201)

Thermal stability and unfolding pathways of Sso7d and its mutant F31A: insight from molecular

1416 4ynamics simulation. 2011, 28, 717-27

21

DL_POLY_2 adaptations for solvation studies. 2011, 37, 43-52

Molecular dynamics simulations reveal insights into key structural elements of adenosine

1414 receptors. 2011, 50, 4194-208 6o

Effects of Biomolecular Flexibility on Alchemical Calculations of Absolute Binding Free Energies.
Journal of Chemical Theory and Computation, 2011, 7, 2224-2232

1A1o How PEGylation enhances the stability and potency of insulin: a molecular dynamics simulation. 3
412 2011, 50, 2585-93 9

Structural analysis of chorismate synthase from Plasmodium falciparum: a novel target for

antimalaria drug discovery. 2011, 49, 767-77

1410 Molecular dynamics study of the conformational stability of esterase 2 from Alicyclobacillus
419" acidocaldarius. 2011, 49, 1072-7 3

Accurate modeling of single-particle cryo-EM images quantitates the benefits expected from using

Zernike phase contrast. 2011, 174, 468-75

Structure and dynamics of the kinase IKK-fA key regulator of the NF-kappa B transcription factor.

2011, 176, 133-42 11

1408

Molecular determinants and thermodynamics of the amyloid precursor protein transmembrane
domain implicated in Alzheimer’s disease. 2011, 408, 879-95

Common structural traits across pathogenic mutants of the human prion protein and their

1406 implications for familial prion diseases. 2011, 411, 700-12 >4

Subunit interface dynamics in hexadecameric rubisco. 2011, 411, 1083-98

Molecular dynamics simulations of the effect of the G-protein and diffusible ligands on the
1404 f-adrenergic receptor. 2011, 414, 611-23 29

Dynamical behaviour of the human ff-adrenoceptor under agonist binding. 2011, 37, 907-913

Catalytic mechanism and roles of Arg197 and Thr183 in the Staphylococcus aureus sortase A

1402 anzyme. 2011, 115, 13003-11 25

Molecular Insight Into the Energy Levels at the Organic Donor/Acceptor Interface: A Quantum
Mechanics/Molecular Mechanics Study. 2011, 115, 14431-14436

1400 Insights into hydrogen bonding and stacking interactions in cellulose. 2011, 115, 14191-202 99

Bilayer structure and lipid dynamics in a model stratum corneum with oleic acid. 2011, 115, 3164-71

47



CITATION REPORT

1208 Cellular uptake of transportan 10 and its analogs in live cells: Selectivity and structure-activity
39° relationship studies. 2011, 32, 1934-41 37

Structural dynamics of supercooled water from quasielastic neutron scattering and molecular
simulations. 2011, 134, 144508

1206 Amphiphilic silica nanoparticles at the decane-water interface: insights from atomistic simulations.
395 2011, 27, 5264-74 99

Structure and orientation of interfacial water determine atomic force microscopy results: insights
from molecular dynamics simulations. 2011, 5, 2215-23

Keep It Flexible: Driving Macromolecular Rotary Motions in Atomistic Simulations with GROMACS. 6
1394 Journal of Chemical Theory and Computation, 2011, 7, 1381-1393 4 33

A Hybrid All-Atom Structure-Based Model for Protein Folding and Large Scale Conformational
Transitions. Journal of Chemical Theory and Computation, 2011, 7, 4208-17

L Effects of Pore Size and Pore Loading on the Properties of lonic Liquids Confined Inside
392 Nanoporous CMK-3 Carbon Materials. 2011, 115, 3034-3042 55

Heterogeneity in the Dynamics of the lonic Liquid [BMIM+][PF6llConfined in a Slit Nanopore. 2011,
115, 16544-16554

Coarse-grained model for PEGylated lipids: effect of PEGylation on the size and shape of
1399 self-assembled structures. 2011, 115, 7830-7 93

Absorption and fluorescence of PRODAN in phospholipid bilayers: a combined quantum mechanics
and classical molecular dynamics study. 2011, 115, 11428-37

1388 An improved coarse-grained model of solvation and the hydrophobic effect. 2011, 134, 074109 76

SERS, Molecular Dynamics and Molecular Orbital Studies of the MRKDV Peptide on Silver and
Membrane Surfaces. 2011, 115, 3982-3989

1386 The effect of lipid oxidation on the water permeability of phospholipids bilayers. 2011, 13, 17555-63 71

Molecular Dynamics Simulations of the Adsorption and Dynamical Behavior of Single DNA
Components on TiO2. 2011, 115, 24238-24246

3 In Silico sequence analysis and molecular modeling of the three-dimensional structure of DAHP
1304 synthase from Pseudomonas fragi. 2011, 17, 621-31 7

Effects of PEGylation on the Size and Internal Structure of Dendrimers: Self-Penetration of Long
PEG Chains into the Dendrimer Core. 2011, 44, 2291-2298

A Comparative Study for Molecular Dynamics Simulations of Liquid Benzene. Journal of Chemical

1382 Theory and Computation, 2011, 7, 2240-52 64 53

Gyration- and inertia-tensor-based collective coordinates for metadynamics. Application on the

conformational behavior of polyalanine peptides and Trp-cage folding. 2011, 115, 11455-65

48



(2011-201)

1380 Mixtures of planetary ices at extreme conditions. 2011, 2, 185 18

Modeling the Effects of Lipid Composition on Stratum Corneum Bilayers Using Molecular Dynamics
Simulations. 2011,

1378 Algorithm improvements for molecular dynamics simulations. 2011, 1, 93-108 26

Improved Replica Exchange Method for Native-State Protein Sampling. Journal of Chemical Theory
and Computation, 2011, 7, 231-7

1376 Lipid simulations: a perspective on lipids in action. 2011, 3, 29

The cages, dynamics, and structuring of incipient methane clathrate hydrates. 2011, 13, 19951-9

L Integrated tools for molecular dynamics simulation data analysis in the MolDynGrid virtual
374 \aboratory. 2011, 4

Coarse-graining polymers with the MARTINI force-field: polystyrene as a benchmark case. 2011, 7, 698-708

Molecular dynamics simulation of free and forced BSA adsorption on a hydrophobic graphite
1372 surface. 2011, 27, 12938-43 /3

Use of Umbrella Sampling to Calculate the Entrance/Exit Pathway for Z-Pro-Prolinal Inhibitor in
Prolyl Oligopeptidase. Journal of Chemical Theory and Computation, 2011, 7, 1583-94

Fast Analytical Methods for Macroscopic Electrostatic Models in Biomolecular Simulations. 2011,
1379 53, 683-720 7

Elucidating the energetics of entropically driven protein-ligand association: calculations of absolute
binding free energy and entropy. 2011, 115, 11902-10

1368 O-glycosylated cell wall proteins are essential in root hair growth. 2011, 332, 1401-3 220

Nanotoxicity: Exploring the Interactions Between Carbon Nanotubes and Proteins. 2011,

1366 Biological Data Modelling and Scripting in R. 2011, 1

Decomposition of Intramolecular Interactions Between Amino-Acids in Globular Proteins - A
Consequence for Structural Classes of Proteins and Methods of Their Classification. 2011,

Direct monitoring of opto-mechanical switching of self-assembled monolayer films containing the

1364 2z0benzene group. 2011, 2, 834-44 16

Computational Design of a DNA- and Fc-Binding Fusion Protein. 2011, 2011, 457578

49



CITATION REPORT

1362 The dynamics of Ca2+ ions within the solvation shell of calbindin D9k. 2011, 6, €14718 3

Evolution of acetylcholinesterase and butyrylcholinesterase in the vertebrates: an atypical
butyrylcholinesterase from the Medaka Oryzias latipes. 2011, 6, 17396

Assignment of PolyProline Il conformation and analysis of sequence--structure relationship. 2011,

1360 6" 018401 69

Mapping the conformational dynamics and pathways of spontaneous steric zipper Peptide
oligomerization. 2011, 6, e19129

12c8 Isolation of thylakoid membrane complexes from rice by a new double-strips BN/SDS-PAGE and L
35° bioinformatics prediction of stromal ridge subunits interaction. 2011, 6, e20342 9

Interaction of fsheet folds with a gold surface. 2011, 6, 20925

Elucidation of the ATP7B N-domain Mg2+-ATP coordination site and its allosteric regulation. 2011,
1350 6, 026245

Revisiting the NMR structure of the ultrafast downhill folding protein gpW from bacteriophage [I
2011, 6, €26409

Structural, stability, dynamic and binding properties of the ALS-causing T46l mutant of the hVAPB
1354 MsP domain as revealed by NMR and MD simulations. 2011, 6, e27072 24

Microsecond molecular dynamics simulations of intrinsically disordered proteins involved in the
oxidative stress response. 2011, 6, 27371

Glycine in aerosol water droplets: a critical assessment of KBler theory by predicting surface

1352 tension from molecular dynamics simulations. 2011, 11, 519-527 22

Model HULIS compounds in nanoaerosol clusters [investigations of surface tension and aggregate
formation using molecular dynamics simulations. 2011, 11, 6549-6557

1350 Effects of Carbon Nanotubes on Structure and Elasticity of Lipid Bilayers. 2011, 7, 674-689 3

Multiscale Modeling of Functionalized Nanocarriers in Targeted Drug Delivery. 2011, 7, 727-735

3 Peripheral insertion modulates the editing activity of the isolated CP1 domain of leucyl-tRNA L
134° gynthetase. 2011, 440, 217-27 3

Effects of surface charge density and distribution on the nanochannel electro-osmotic flow. 2011,
2,165

1346 Temperature dependence of ice critical nucleus size. 2011, 135, 034508 56

Kinetics of string-gel formation in a system of dipolar colloidal particles. 2011, 369, 351-8

50



(2011-201)

1344 Rotational relaxation characteristics of the monoclinic phase of CCl4. 2011, 135, 044504 13

Adhesive transitions in Newton black films: a computer simulation study. 2011, 134, 214701

124n Structural and functional analyses of a saturated acyl ACP thioesterase, type B from immature seed
342 tissue of Jatropha curcas. 2011, 13, 453-61 13

Pseudohypoaldosteronism type 1: the index case revisited. 2011, 74, 408-10

1340 Alcohol-binding sites in distinct brain proteins: the quest for atomic level resolution. 2011, 35, 1561-73 35

Molecular dynamics method for proteins with ionization-conformation coupling and equilibrium
titration. 2011, 45, 309-317

1228 Molecular mimicry and ligand recognition in binding and catalysis by the histone demethylase
33° | SD1-CoREST complex. 2011, 19, 212-20 /2

Computational estimation of rainbow trout estrogen receptor binding affinities for environmental
estrogens. 2011, 250, 322-6

Improved synthesis of disaccharides with Escherichia coli fgalactosidase using bio-solvents derived

1336 from glycerol. 2011, 67, 7708-7712 20

Structural bases for understanding the stereoselectivity in ketone reductions with ADH from
Thermus thermophilus: A quantitative model. 2011, 70, 23-31

1334 Spectral accuracy in fast Ewald-based methods for particle simulations. 2011, 230, 8744-8761 39

Theoretical investigation on the inclusion of TCDD with ftyclodextrin by performing QM
calculations and MD simulations. 2011, 192, 1780-6

Atomic-scale characterization of conformational changes in the preQlfiboswitch aptamer upon

1332 ligand binding. 2011, 30, 179-85 16

Alchemical free energy methods for drug discovery: progress and challenges. 2011, 21, 150-60

1330 Multiscale simulation of microbe structure and dynamics. 2011, 107, 200-17 26

Simulated strength and structure of carbonbarbon reinforced composite. 2011, 129, 1240-1246

Theoretical Study of Hydration Effects on the Selectivity of 18-Crown-6 Between K+ and Na+. 2011,

19, 212-216 21

Performance Implications of Nonuniform Device Topologies in Scalable Heterogeneous

Architectures. 2011, 31, 66-75

51



CITATION REPORT

1326 ms2: A molecular simulation tool for thermodynamic properties. 2011, 182, 2350-2367 85

Early stages of unwinding of zwitterionic thelical homopolymeric peptides. 2011, 514, 330-335

Homology modeling in tandem with 3D-QSAR analyses: a computational approach to depict the
1324 agonist binding site of the human CB2 receptor. 2011, 46, 4489-505 32

Trypanocidal properties, structure-activity relationship and computational studies of quinoxaline
1,4-di-N-oxide derivatives. 2011, 127, 745-51

NMR studies of the solution conformation of the sex peptide from Drosophila melanogaster. 2011,

1322 585 1197-202 /

Conformations of the Huntingtin N-term in aqueous solution from atomistic simulations. 2011, 585, 3086-9

1220 Mutual solubilities study for binary mixtures of dipropylene glycol dimethyl ether and water via

329 molecular dynamics simulation and AMOEBA polarizable force field. 2011, 310, 32-38
Liquidliquid equilibria of dipropylene glycol dimethyl ether and water by molecular dynamics.
2011, 310, 25-31

Adsorption behavior of 17Ethynylestradiol onto soils followed by fluorescence spectral

deconvolution. 2011, 84, 1072-8 22

1318

Molecular dynamic simulation study of cholesterol and conjugated double bonds in lipid bilayers.
2011, 164,811-8

1316 Interfacial water on crystalline silica: a comparative molecular dynamics simulation study. 2011, 37, 172-195 70

Adsorption of Villin Headpiece onto Graphene, Carbon Nanotube, and C60: Effect of Contacting
Surface Curvatures on Binding Affinity. 2011, 115, 23323-23328

Recognition of polycyclic aromatic hydrocarbons and their derivatives by the 1,3-dinaphthalimide
1314 conjugate of calix[4]arene: emission, absorption, crystal structures, and computational studies. 18
2011, 76, 1742-50

Water boiling inside carbon nanotubes: toward efficient drug release. 2011, 5, 5647-55

Replica exchange and expanded ensemble simulations as Gibbs sampling: simple improvements for

enhanced mixing. 2011, 135, 194110 118

1312

Structure and dynamics of water dangling OH bonds in hydrophobic hydration shells. Comparison
of simulation and experiment. 2011, 115, 6177-83

1310 Nanoscale carbon particles and the stability of lipid bilayers. 2011, 7, 1139-1146 41

Indenyl ring slippage in crown thioether complexes [INndMo(CO)2L]+ and C-S activation of

trithiacyclononane: experimental and theoretical studies. 2011, 40, 10513-25

52



(2011-2012)

1308 Force fields for homology modeling. 2012, 857, 83-106 9

Inhibition of aggregation of amyloid peptides by beta-sheet breaker peptides and their binding
affinity. 2011, 115, 7433-46

1306 Concentration dependence of NaClion distributions around DPPC lipid bilayers. 2011, 3, 272-82 5

The solvation structures of cellulose microfibrils in ionic liquids. 2011, 3, 308-20

Reconstruction of the spatial structure of plant phosphatases types 1 and 2A in complexes with
1394 okadaic acid. 2011, 45, 153-162 4

Promiscuity of carbonic anhydrase II. Unexpected ester hydrolysis of carbohydrate-based sulfamate
inhibitors. 2011, 133, 18452-62

Role of Surfactant Molecular Structure on Self-Assembly: Aqueous SDBS on Carbon Nanotubes.
13922011, 115, 17286-17296 7t
Methane Hydrate Nucleation Rates from Molecular Dynamics Simulations: Effects of Aqueous
Methane Concentration, Interfacial Curvature, and System Size. 2011, 115, 21241-21248

Ligand conformational and solvation/desolvation free energy in protein-ligand complex formation.

2011, 115, 4718-24 22

1300

A mutation in VPS35, encoding a subunit of the retromer complex, causes late-onset Parkinson
disease. 2011, 89, 168-75

1298 Mixed quantum mechanics and molecular mechanics methods: Looking inside proteins. 2011, 1, 315-322 27

GROMACSEhe road ahead. 2011, 1, 710-715

1296 Constitutive behavior of pressurized carbon nanoscrolls. 2011, 171, 163-168 22

Computer-aided drug design platform using PyMOL. 2011, 25, 13-9

L Structural-dynamical investigation of the ZnuA histidine-rich loop: involvement in zinc management L
294 and transport. 2011, 25, 181-94 4

Towards a rational spacer design for bivalent inhibition of estrogen receptor. 2011, 25, 253-62

1292 Substrate binding to mammalian 15-lipoxygenase. 2011, 25, 825-35 15

Effect of human serum albumin on the kinetics of 4-methylumbelliferyl-fD-N-N’-N?

Triacetylchitotrioside hydrolysis catalyzed by hen egg white lysozyme. 2011, 30, 367-73

53



1290

1288

1286

1284

1282

1280

1278

1276

1274

CITATION REPORT

Physical Modeling of Aqueous Solvation. 2011, 145, 209-226 35

Quantifying density fluctuations in volumes of all shapes and sizes using indirect umbrella
sampling. 2011, 145, 265-275

Water Dynamics at Interfaces and Solutes: Disentangling Free Energy and Diffusivity Contributions.
2011, 145, 240-252 34

Convergence analysis of truncated incomplete Hessian Newton minimization method and
application in biomolecular potential energy minimization. 2011, 48, 213-232

Simplified EDefensins: Search for New Antivirals. 2011, 17, 325-336 6

A class V chitinase from Arabidopsis thaliana: gene responses, enzymatic properties, and
crystallographic analysis. 2011, 234, 123-37

Performance analysis of a dual-tree algorithm for computing spatial distance histograms. 2011, 20, 471-494 13

Molecular modeling of lanthionine synthetase component C-like protein 2: a potential target for
the discovery of novel type 2 diabetes prophylactics and therapeutics. 2011, 17, 543-53

Relationship between mutation of serine residue at 315th position in M. tuberculosis

catalase-peroxidase enzyme and Isoniazid susceptibility: an in silico analysis. 2011, 17, 869-77 3

In silico study of the inhibition of DNA polymerase by a novel catalpol derivative. 2011, 17, 2717-23

Trajectory NG: portable, compressed, general molecular dynamics trajectories. 2011, 17, 2669-85 12

Molecular dynamics simulation of the Staphylococcus aureus YsxC protein: molecular insights into
ribosome assembly and allosteric inhibition of the protein. 2011, 17, 3129-49

Long range molecular dynamics study of regulation of eukaryotic glucosamine-6-phosphate
synthase activity by UDP-GIcNAc. 2011, 17, 3103-15 5

Homology modeling and in silico screening of inhibitors for the substrate binding domain of human
Siah2: implications for hypoxia-induced cancers. 2011, 17, 3325-32

A systematic study of fundamentals in fhelical coiled coil mimicry by alternating sequences of fi

and EBmino acids. 2011, 41, 733-42 10

Orientations of special water dipoles that accelerate water molecules exiting from carbon
nanotube. 2011, 32, 1101-1108

Cloning and characterization of a thermostable and halo-tolerant endoglucanase from L
Thermoanaerobacter tengcongensis MB4. 2011, 89, 315-26 7

Cross relaxation in liquid methanol. 2011, 210, 171-6

54



(2011-201)

Autism with seizures and intellectual disability: possible causative role of gain-of-function of the

1272 inwardly-rectifying K+ channel Kir4.1. 2011, 43, 239-47 90

Structure of aqueous MgS04 solution: Dilute to concentrated. 2011, 508, 38-42

Receptor-dependent (RD) 3D-QSAR approach of a series of benzylpiperidine inhibitors of human

1270 acetylcholinesterase (HUAChE). 2011, 46, 39-51 29

Molecular dynamics simulations of surfactants at the silica-water interface: anionic vs nonionic
headgroups. 2011, 362, 135-43

1268 Conjugated double bonds in lipid bilayers: a molecular dynamics simulation study. 2011, 164, 251-7 10

Conformational changes of the multispecific transporter organic anion transporter 1
(OAT1/SLC22A6) suggests a molecular mechanism for initial stages of drug and metabolite
transport. 2011, 61, 251-9

In silico prediction and characterization of 3D structure and binding properties of catalase from the

1266 commercially important crab, Scylla serrata. 2011, 3, 110-20

16

Cataloguing functionally relevant polymorphisms in gene DNA ligase I: a computational approach.
2011, 1, 47-56

Analysis of the unique structural and physicochemical properties of the DraD/AfaD invasin in the

1264 context of its belonging to the fFamily of chaperone/usher type fimbrial subunits. 2011, 11, 25

Coarse-grained and all-atom MD simulations with Gromacs based on CELLmicrocosmos 2.2 model
membranes. 2011, 3,

1262 Diffusion of hydrophobin proteins in solution and interactions with a graphite surface. 2011, 4, 9 13

Involvement of the distal Arg residue in Cl? binding of midge larval haemoglobin. 2011, 67, 488-95

Crystal structures, dynamics and functional implications of molybdenum-cofactor biosynthesis

1260 protein MogA from two thermophilic organisms. 2011, 67, 2-16 4

Implementation of force distribution analysis for molecular dynamics simulations. 2011, 12, 101

Free-energy landscape of the GB1 hairpin in all-atom explicit solvent simulations with different

1258 force fields: Similarities and differences. 2011, 79, 1318-28

103

Structural changes of Listeria monocytogenes Sortase A: a key to understanding the catalytic
mechanism. 2011, 79, 1564-72

Leukocyte integrin Bf transmembrane association dynamics revealed by coarse-grained

1256 molecular dynamics simulations. 2011, 79, 2203-13

20

How T cell receptors interact with peptide-MHCs: a multiple steered molecular dynamics study.

2011, 79, 3007-24

55



CITATION REPORT

L Three ways in, one way out: water dynamics in the trans-membrane domains of the inner L
254 membrane translocase AcrB. 201 1,79, 2871-85 4

Predicting extreme pKa shifts in staphylococcal nuclease mutants with constant pH molecular
dynamics. 2011, 79, 3276-86

Competitive absorption of epoxy monomers on carbon nanotube: A molecular simulation study.

1252 2011, 49, 1123-1130 13

Water absorption in polyaniline emeraldine base. 2011, 49, 1322-1331

Structural determinants of ligand imprinting: a molecular dynamics simulation study of subtilisin in

1250 aqueous and apolar solvents. 2011, 20, 379-86

12

Apparent structural differences at the tetramerization region of erythroid and nonerythroid beta
spectrin as discriminated by phage displayed scFvs. 2011, 20, 867-79

Lipid composition influences the release of Alzheimer’'s amyloid fpeptide from membranes. 2011,

1248 50, 1530-45 72

HLA-DP2 binding prediction by molecular dynamics simulations. 2011, 20, 1918-28

Early stages of the recovery stroke in myosin Il studied by molecular dynamics simulations. 2011,

20, 2013-22 11

1246

Insights into the structural stability of Bax from molecular dynamics simulations at high
temperatures. 2011, 20, 2035-46

1244 Proton conductivity of SO3 H-functionalized benzene-periodic mesoporous organosilica. 2011, 7, 1086-97 35

Development of force field parameters for oxyluciferin on its electronic ground and excited states.
2011,111,4091-4105

1242 Proteins, lipids, and water in the gas phase. 2011, 11, 50-9 65

Modelling the interaction between the p53 DNA-binding domain and the p28 peptide fragment of
Azurin. 2011, 24, 1043-55

1240 Molecular Dynamics Simulations Using Graphics Processing Units. 2011, 30, 498-504 21

Coarse-Grained Simulations of Model Polymer Nanofibres. 2011, 20, 305-319

1238 Hybrid Approaches to Coarse-Graining using the VOTCA Package: Liquid Hexane. 2011, 20, 472-477 40

Generalized-YvonBornGireen Model of Toluene. 2011, 20, 478-495




(2011-201)

Conformational Changes of Lipases in Aqueous Media: A Comparative Computational Study and
Experimental Implications. 2011, 353, 2466-2480 39

New huprine derivatives functionalized at position 9 as highly potent acetylcholinesterase
inhibitors. 2011, 6, 876-88

Mapping the catechol binding site in dopamine Dlteceptors: synthesis and evaluation of two L
1234 parallel series of bicyclic dopamine analogues. 2011, 6, 1024-40 7

The role of the N-terminal domain in the regulation of the "constitutively active" conformation of
protein kinase CK28insight from a molecular dynamics investigation. 2011, 6, 1207-16

lon permeation simulations by GromacsBn example of high performance molecular dynamics.

1232 2011, 23, 279-291 3

DNA molecular solvation in neat ionic liquids. 2011, 12, 275-7

1270 The reaction mechanism of Cytochrome P450 NO reductase: a detailed quantum
2 mechanics/molecular mechanics study. 2011, 12, 3192-203 32

Systematic benchmarking of large molecular dynamics simulations employing GROMACS on

massive multiprocessing facilities. 2011, 32, 600-6

Non-Boltzmann sampling and Bennett’'s acceptance ratio method: how to profit from bending the

rules. 2011, 32, 1082-90 6o

1228

On easy implementation of a variant of the replica exchange with solute tempering in GROMACS.
2011, 32, 1228-34

1226 IBIsCO: a molecular dynamics simulation package for coarse-grained simulation. 2011, 32, 1475-87 58

Combination of the CHARMM27 force field with united-atom lipid force fields. 2011, 32, 1400-10

1224 Performance enhancements for GROMACS nonbonded interactions on BlueGene. 2011, 32, 2041-6 7

Effect of Na+, Mg2+, and Zn2+ chlorides on the structural and thermodynamic properties of
water/n-heptane interfaces. 2011, 32, 1876-86

Optimization of parameters for molecular dynamics simulation using smooth particle-mesh Ewald

1222 in GROMACGS 4.5. 2011, 32, 2031-40 153

Determining equilibrium constants for dimerization reactions from molecular dynamics
simulations. 2011, 32, 1919-28

1220 MDAnalysis: a toolkit for the analysis of molecular dynamics simulations. 2011, 32, 2319-27 1205

Calculation of free energy landscapes: a histogram reweighted metadynamics approach. 2011, 32, 2084-96

57



CITATION REPORT

1218 SwissParam: a fast force field generation tool for small organic molecules. 2011, 32, 2359-68 1025

Avoiding the van der Waals endpoint problem using serial atomic insertion. 2011, 32, 2449-58

1216 A chirality-based metrics for free-energy calculations in biomolecular systems. 2011, 32, 2627-37 20

DynamO: a free O(N) general event-driven molecular dynamics simulator. 2011, 32, 3329-38

Molecular dynamics simulations of triflic acid and triflate ion/water mixtures: a proton conducting

1214 electrolytic component in fuel cells. 2011, 32, 3319-28

22

Topology Selection and Tautoleptic Aggregation: Formation of an Enantiomerically Pure
Supramolecular Belt over a Helix. 2011, 123, 2119-2122

Topology selection and tautoleptic aggregation: formation of an enantiomerically pure

1212 supramolecular belt over a helix. 2011, 50, 2071-4 24

Nonadditivity in the alpha-helix to coil transition. 2011, 95, 240-53

Peptoid conformational free energy landscapes from implicit-solvent molecular simulations in

1210 AMBER. 2011, 96, 639-50 43

Structural dynamics of neuropeptide hPYY. 2011, 95, 487-502

A zinc-sensing glucose-based naphthyl imino conjugate as a detecting agent for inorganic and

1208 organic phosphates, including DNA. 2011, 17, 8044-7

22

Conformational analysis of bivalent estrogen receptor ligands: from intramolecular to
intermolecular binding. 2011, 12, 2587-98

1206 Structural characteristics of hydration sites in lysozyme. 2011, 156, 31-42 11

Structural basis for the role of LYS220 as proton donor for nucleotidyl transfer in HIV-1 reverse
transcriptase. 2011, 157, 1-6

Implementing molecular dynamics on hybrid high performance computers hort range forces.

1204 2011, 182, 898-911 400

Modelling proteins: conformational sampling and reconstruction of folding kinetics. 2011, 1814, 977-1000

The DF-LCCSD(TO) correction of the [Iforce field dihedral parameters significantly influences the

1202 frae energy profile of the alanine dipeptide. 2011, 503, 301-304

On the accurate calculation of the dielectric constant from molecular dynamics simulations: The

case of SPC/E and SWM4-DP water. 2011, 507, 80-83




(2011-201)

1200 Assessing the solvation mechanism of C60(OH)24 in aqueous solution. 2011, 507, 244-247 29

The role of acetone dipole moment in acetoneWater mixture. 2011, 507, 240-243

1198 Adsorption of BMP-2 on a hydrophobic graphite surface: A molecular dynamics study. 2011, 510, 252-256 38

Structure-based design and biological profile of (E)-N-(4-Nitrobenzylidene)-2-naphthohydrazide, a
novel small molecule inhibitor of IB kinase-f2011, 46, 1245-53

New potent human acetylcholinesterase inhibitors in the tetracyclic triterpene series with

1196 inhibitory potency on amyloid fhggregation. 2011, 46, 2193-205 30

Curcumin analogues as possible anti-proliferative & anti-inflammatory agents. 2011, 46, 2722-35

1 Partition coefficients of organic molecules in squalane and water/ethanol mixtures by molecular
94 dynamics simulations. 2011, 306, 162-170

Zeolitic imidazolate frameworks for separation of binary mixtures of CO2, CH4, N2 and H2: A
computer simulation investigation. 2011, 143, 46-53

1 System size and trajectory length dependence of the static structure factor and the diffusion L
92 coefficient as calculated from molecular dynamics simulations: The case of SPC/E water. 2011, 161, 36-40 4

Topology and dynamics of the interaction between 5-nitroimidazole radiosensitizers and duplex

DNA studied by a combination of docking, molecular dynamic simulations and NMR spectroscopy.

2011, 992, 65-71

1100 The kinetics of molecular oxygen migration in the isolated Ehains of human hemoglobin as L
99 revealed by molecular dynamics simulations and laser kinetic spectroscopy. 2011, 1814, 1279-88 4

dxTuber: detecting protein cavities, tunnels and clefts based on protein and solvent dynamics. 2011

, 29, 895-905

1188 Biomechanics of actin filaments: a computational multi-level study. 2011, 44, 630-6 33

Molecular dynamics simulations of pore formation dynamics during the rupture process of a
phospholipid bilayer caused by high-speed equibiaxial stretching. 2011, 44, 2053-8

Directed evolution of a thermophilic endoglucanase (Cel5A) into highly active Cel5A variants with

1186 an expanded temperature profile. 2011, 154, 46-53

66

A study of solvation of o-/m-hydroxybenzoic acid in supercritical CO2thethanol co-solvent system
based on intermolecular interaction by molecular dynamics simulation. 2011, 58, 272-278

1184 ClickMD: an intuitive web-oriented molecular dynamics platform. 2011, 3, 923-31 4

Toward the hydrophobic state transition by the appropriate vibration of substrate. 2011, 96, 56008

59



CITATION REPORT

1182 Poster. 2011,

Structural basis for a new mechanism of inhibition of HIV-1 integrase identified by fragment
screening and structure-based design. 2011, 21, 155-68

1180 Velocity scaling for optimizing replica exchange molecular dynamics. 2011, 134, 044124 17

Enabling and scaling biomolecular simulations of 100 million atoms on petascale machines with a
multicore-optimized message-driven runtime. 2011,

1178 Treecode-based generalized Born method. 2011, 134, 064107 8

Control Of Screening Of A Charged Particle In Electrolytic Aqueous Paul Trap. 2011, 1336, 150-153

1176 Manifestations of probe presence on probe dynamics in supercooled liquids. 2011, 135, 214503 8

Quantifying NUMA and contention effects in multi-GPU systems. 2011,

PPARIpopulation shift produces disease-related changes in molecular networks associated with
1174 metabolic syndrome. 2011, 2, €192 4

Transition network based on equilibrium sampling: a new method for extracting kinetic information
from Monte Carlo simulations of protein folding. 2011, 135, 235105

1172 Thermal fluctuations in shape, thickness, and molecular orientation in lipid bilayers. 2011, 135, 244701 85

Poration of lipid bilayers by shock-induced nanobubble collapse. 2011, 98, 023701

Surface piezoelectricity: Size effects in nanostructures and the emergence of piezoelectricity in

1170 non-piezoelectric materials. 2011, 110, 104305

100

First order melting transitions of highly ordered dipalmitoyl phosphatidylcholine gel phase
membranes in molecular dynamics simulations with atomistic detail. 2011, 135, 055105

Computational entropy estimation of linear polyether-modified surfaces and correlation with

1168 protein resistant properties of such surfaces. 2011, 37, 899-906 4

Is an intuitive convergence definition of molecular dynamics simulations solely based on the root
mean square deviation possible?. 2011, 18, 997-1005

Natural tri- to hexapeptides self-assemble in water to amyloid beta-type fiber aggregates by

1166 unexpected alpha-helical intermediate structures. 2011, 108, 1361-6

Simulation of multiple ordered phases in C23 n-alkane. 2011, 134, 224504

60



(2011-201)

1164 Change of amino acid network on the unfolding pathway. 2011,

The mean reaction force: a method to study the influence of the environment on reaction
mechanisms. 2011, 135, 064505

1162 Multiple state transition interface sampling of alanine dipeptide in explicit solvent. 2011, 135, 145102 24

Coherent diffraction of a single virus particle: the impact of a water layer on the available
orientational information. 2011, 83, 031907

1160 Towards computational specificity screening of DNA-binding proteins. 2011, 39, 8281-90 17

Evidence for an allosteric mechanism of substrate release from membrane-transporter accessory
binding proteins. 2011, 108, E1285-92

11¢8 Consequences of two different amino-acid substitutions at the same codon in KRT14 indicate
59 definitive roles of structural distortion in epidermolysis bullosa simplex pathogenesis. 2011, 131, 1869-76

Optimization of linear and branched alkane interactions with water to simulate hydrophobic

hydration. 2011, 135, 054510

MDpocket: open-source cavity detection and characterization on molecular dynamics trajectories.

1156 5011, 27, 3276-85

190

Molecular determinants for activation of human ether-3go-go-related gene 1 potassium channels
by 3-nitro-n-(4-phenoxyphenyl) benzamide. 2011, 80, 630-7

Fully differentiable coarse-grained and all-atom knowledge-based potentials for RNA structure
1154 evaluation. 201 1,17,1066-75

Structure and binding analysis of Polyporus squamosus lectin in complex with the
Neu5Ac{alpha}2-6Gal{beta}1-4GlcNAc human-type influenza receptor. 2011, 21, 973-84

1152 Interactions of molecular ions with model phospholipid membranes. 2011, 76, 695-711 5

Cation binding to 15-TBA quadruplex DNA is a multiple-pathway cation-dependent process. 2011,
39, 9789-802

Comparison of homology models and crystal structures of cuticle-degrading proteases from

1150 nematophagous fungi: structural basis of nematicidal activity. 2011, 25, 1894-902

21

Temperature-dependent structure of methyltributylammonium bis(trifluoromethylsulfonyl)amide:
X ray scattering and simulations. 2011, 134, 064501

Lipid packing drives the segregation of transmembrane helices into disordered lipid domains in

1148 model membranes. 2011, 108, 1343-8 193

From the Cover: Simplifying the representation of complex free-energy landscapes using

sketch-map. 2011, 108, 13023-8

61



CITATION REPORT

1146 NADH oxidase activity of indoleamine 2,3-dioxygenase. 2011, 286, 29273-29283 16

Protein multi-scale organization through graph partitioning and robustness analysis: application to
the myosin-myosin light chain interaction. 2011, 8, 055010

1144 Torsional elasticity and energetics of F1-ATPase. 2011, 108, 7408-13 41

Dynamic mechanisms for pre-miRNA binding and export by Exportin-5. 2011, 17, 1511-28

Solvent and conformation dependence of amide | vibrations in peptides and proteins containing

42 proline. 2011, 135, 234507 55

Polymorphisms in fibronectin binding protein A of Staphylococcus aureus are associated with
infection of cardiovascular devices. 2011, 108, 18372-7

1140 Allostery in the ferredoxin protein motif does not involve a conformational switch. 2011, 108, 2240-5 23

A novel current pathway parallel to the central pore in a mutant voltage-gated potassium channel.
2011, 286, 20031-42

1138 Engineering bifunctional laccase-xylanase chimeras for improved catalytic performance. 2011, 286, 43026-38 42

Molecular dynamics simulations of vapor/liquid coexistence using the nonpolarizable water
models. 2011, 134, 124708

1136 Modeling aqueous solvation with semi-explicit assembly. 2011, 108, 3234-9 60

Interdomain communication revealed in the diabetes drug target mitoNEET. 2011, 108, 5266-71

1 Structural basis for the allosteric interference of myosin function by reactive thiol region mutations ;
34 G680A and G680V. 2011, 286, 35051-60 5

What makes ionic fluids characteristically ionic? A corresponding-states analysis of the surface
tension of an ionic model fluid with variable dispersion interactions. 2011, 134, 094703

Efficient Implementations of Molecular Dynamics Simulations for Lennard-Jones Systems. 2011,

1132 426, 203-235

12

Dynamics and dissipation in enzyme catalysis. 2011, 108, 16159-63

Mutant alcohol dehydrogenase leads to improved ethanol tolerance in Clostridium thermocellum.

1139 2011, 108, 13752-7 147

Studies on adaptability of binding residues and flap region of TMC-114 resistance HIV-1 protease

mutants. 2011, 29, 137-52

62



(2011-201)

1128 Adsorption of Gas-Phase Phenanthrene on Atmospheric Water and Ice Films. 2011, 31, 201-226 19

Crystallization of the Lewis-Wahnstrth ortho-terphenyl model. 2011, 134, 114501

1126 Disordered binding of small molecules to Af12-28). 2011, 286, 41578-41588 43

Discovery and evaluation of potential sonic hedgehog signaling pathway inhibitors using
pharmacophore modeling and molecular dynamics simulations. 2011, 9 Suppl 1, 15-35

The multiscale coarse-graining method. VII. Free energy decomposition of coarse-grained effective

1124 potentials. 2011, 134, 224107 5t

Copernicus. 2011,

1122 A Smad action turnover switch operated by WW domain readers of a phosphoserine code. 2011, 25, 1275-88 187

Condensed phase molecular dynamics using interpolated potential energy surfaces with
application to the resolvation process of coumarin 153. 2011, 135, 014107

1120 Theory and simulations of water flow through carbon nanotubes: prospects and pitfalls. 2011, 23, 184110 26

Effects of different force fields and temperatures on the structural character of Abeta (12-28)
peptide in aqueous solution. 2011, 12, 8259-74

A component of the Xanthomonadaceae type IV secretion system combines a VirB7 motif with a NO

1118 domain found in outer membrane transport proteins. 2011, 7, e1002031 49

Dynamically-driven inactivation of the catalytic machinery of the SARS 3C-like protease by the
N214A mutation on the extra domain. 2011, 7, e1001084

1116 Molecular mechanism of cyclodextrin mediated cholesterol extraction. 2011, 7, e1002020 134

Temperature effects on structure and dynamics of the psychrophilic protease subtilisin S41 and its
thermostable mutants in solution. 2011, 24, 533-44

1114 The dynamical mechanism of auto-inhibition of AMP-activated protein kinase. 2011, 7, 1002082 10

Identification and characterization of novel small-molecule inhibitors against hepatitis delta virus
replication by using docking strategies. 2011, 11, 803-9

Putting the squeeze on cavities in liquids: Quantifying pressure effects on solvation using

112 cimulations and scaled-particle theory. 2011, 134, 014507 15

Entropy and enthalpy convergence of hydrophobic solvation beyond the hard-sphere limit. 2011,

134, 055105




CITATION REPORT

Heterogeneous condensation of the Lennard-Jones vapor onto a nanoscale seed particle. 2011,

1110 134 114505

12

A molecular view of vapor deposited glasses. 2011, 134, 194903

Communication: exploring the reorientation of benzene in an ionic liquid via molecular dynamics:

1108 effect of temperature and solvent effective charge on the slow dynamics. 2011, 134, 191101

Response of water to electric fields at temperatures below the glass transition: a molecular
dynamics analysis. 2011, 135, 134507

1106 Role of histone tails in structural stability of the nucleosome. 2011, 7, 1002279 77

A role for both conformational selection and induced fit in ligand binding by the LAO protein. 2011,
7,e1002054

Dynamic structure-based pharmacophore model development: a new and effective addition in the

1104 histone deacetylase 8 (HDACS) inhibitor discovery. 2011, 12, 9440-62 35

Nucleotide binding switches the information flow in ras GTPases. 2011, 7, e1001098

Association of lipidome remodeling in the adipocyte membrane with acquired obesity in humans.

11025011, 9, 1000623

169

A multiscale approach to characterize the early aggregation steps of the amyloid-forming peptide
GNNQQNY from the yeast prion sup-35. 2011, 7, e1002051

Anchoring intrinsically disordered proteins to multiple targets: lessons from N-terminus of the p53

1109 protein. 2011, 12, 1410-30 19

Interconversion of functional motions between mesophilic and thermophilic adenylate kinases.
2011, 7,e1002103

Ensemble-based computational approach discriminates functional activity of p53 cancer and rescue

mutants. 2011, 7, 1002238 2

1098

Computational methods for studying serpin conformational change and structural plasticity. 2011,
501, 295-323

1096 Non-specific protein-DNA interactions control I-Crel target binding and cleavage. 2012, 40, 6936-45 22

Beyond the binding site: the role of the floop and extra-domain structures in PDZ domains.
2012, 8, 1002429

o Biochemical, mutational and in silico structural evidence for a functional dimeric form of the
94 ornithine decarboxylase from Entamoeba histolytica. 2012, 6, e1559 7

Solution structure of the Pdp1 PWWP domain reveals its unique binding sites for methylated

H4K20 and DNA. 2012, 442, 527-38

64



(2012-2012)

1092 Allosteric modulation of caspase 3 through mutagenesis. 2012, 32, 401-11 23

Ultrafast anisotropic x-ray scattering in the condensed phase. 2012, 14, 113002

Corresponding functional dynamics across the Hsp90 Chaperone family: insights from a multiscale

analysis of MD simulations. 2012, 8, e1002433 82

1090

Exploration of multi-state conformational dynamics and underlying global functional landscape of
maltose binding protein. 2012, 8, €1002471

A preformed binding interface in the unbound ensemble of an intrinsically disordered protein:

1088 evidence from molecular simulations. 2012, 8, e1002605 98

Finding a needle in a haystack: the role of electrostatics in target lipid recognition by PH domains.
2012, 8, 1002617

Mechanism of bacterial signal transduction revealed by molecular dynamics of Tsr dimers and

1086 (rimers of dimers in lipid vesicles. 2012, 8, e1002685 34

The role of flexibility and conformational selection in the binding promiscuity of PDZ domains.
2012, 8, 1002749

Molecular mechanism of allosteric communication in Hsp70 revealed by molecular dynamics

1084 Gimulations. 2012, 8, 1002844 43

Structural insights into the inhibition of actin-capping protein by interactions with phosphatidic
acid and phosphatidylinositol (4,5)-bisphosphate. 2012, 8, 1002765

1082 Minor pseudopilin self-assembly primes type Il secretion pseudopilus elongation. 2012, 31, 1041-53 75

Binding of two intrinsically disordered peptides to a multi-specific protein: a combined Monte Carlo
and molecular dynamics study. 2012, 8, e1002682

Structural investigation of MscL gating using experimental data and coarse grained MD

1080 Gimulations. 2012, 8, 1002683 37

Distance Histogram Computation Based on Spatiotemporal Uniformity in Scientific Data. 2012,

Validation of previous computer models and MD simulations of discoidal HDL by a recent crystal

1078 Ctructure of apoA-l. 2012, 53, 1851-63

20

Rotational dynamics of benzene and water in an ionic liquid explored via molecular dynamics
simulations and NMR T1 measurements. 2012, 136, 074508

Structural insights into interaction between mammalian methionine sulfoxide reductase B1 and

1076 (hioredoxin. 2012, 2012, 586539

MDWeb and MDMoby: an integrated web-based platform for molecular dynamics simulations. 2012

,28,1278-9




1074

1072

1070

1068

1066

1064

1062

1060

1058

CITATION REPORT

Mechanism of enhanced mechanical stability of a minimal RNA kissing complex elucidated by

nonequilibrium molecular dynamics simulations. 2012, 109, E1530-9 22

The structure of the PapD-PapGll pilin complex reveals an open and flexible P5 pocket. 2012, 194, 6390-7

The molecular basis for selective inhibition of unconventional mRNA splicing by an IRE1-binding

small molecule. 2012, 109, E869-78 360

Alignment by Langmuir/Schaefer Monolayers of Bent-Core Liquid Crystals. 2012, 431, 141-149

Dopamine-derived quinones affect the structure of the redox sensor DJ-1 through modifications at
Cys-106 and Cys-53. 2012, 287, 18738-49 49

Structural and functional analysis of rare missense mutations in human chorionic gonadotrophin
fsubunit. 2012, 18, 379-90

In Silico Structural Determination of GPAT Enzyme from Ostreococcus Lucimarinus for
Biotechnological Application of Microalgal Biofuel Production. 2012, 26, 2794-2800

Controllable transport of water through nanochannel by rachet-like mechanism. 2012, 136, 174511

Pharmacological enhancement of Hglucosidase by the allosteric chaperone N-acetylcysteine. 2012,
20, 2201-11 /2

Phase Behavior of a Lipid Bilayer System Studied by a Replica-Exchange Molecular Dynamics
Simulation. 2012, 81, 024002

Rotational dynamics in supercooled water from nuclear spin relaxation and molecular simulations.
2012, 136, 204505 79

Natural polarizability and Flexibility via explicit valency: the case of water. 2012, 136, 084109

Atomistic simulations of liquid crystal mixtures of alkoxy substituted phenylpyrimidines 2PhP and

PhP14. 2012, 136, 124506 10

Improved coarse-graining of Markov state models via explicit consideration of statistical
uncertainty. 2012, 137, 134111

Understanding anisotropic growth behavior of hexagonal ice on a molecular scale: a molecular
dynamics simulation study. 2012, 137, 154503 23

The influence of internal rotational barriers and temperature on static and dynamic properties of
bulk atactic polystyrene. 2012, 137, 244903

Dynamic mechanism of proton transfer in mannitol 2-dehydrogenase from Pseudomonas
fluorescens: mobile GLU292 controls proton relay through a water channel that connects the active 5
site with bulk solvent. 2012, 287, 6655-67

Folding of DNA origamis. 2012, 6, 11-18

66



(2012-2012)

1056 Coarse-grain model of the benzene ring with para-substituents in the molecule. 2012, 136, 094102 3

Towards a microscopic description of the free-energy landscape of water. 2012, 137, 144504

Tracking all-vapor instant gas-hydrate formation and guest molecule populations: a possible probe

1054 for molecules trapped in water nanodroplets. 2012, 137, 204501 10

Molecular modeling study of agglomeration of [6,6]-phenyl-C61-butyric acid methyl ester in
solvents. 2012, 137, 244308

Chain dynamics in a hexadecane melt as seen by neutron scattering and identified by molecular

dynamics simulations. 2012, 24, 375108 1

1052

Abstract: Polarization Energy on a Cluster of Multicores. 2012,

From A to B: aride in the free energy surfaces of protein G domains suggests how new folds arise.

1059 2012, 136, 185101

GPU-SD and DPD parallelization for Gromacs tools for molecular dynamics simulations. 2012,

1048 Permeation pathway of homomeric connexin 26 and connexin 30 channels investigated by
%4 molecular dynamics. 2012, 29, 985-98 44

Ratcheted molecular-dynamics simulations identify efficiently the transition state of protein

folding. 2012, 137, 235101

1046 Surface-charge-induced alteration of nanovortex patterning in nanoscale confinements with
4 patterned wettability gradients. 2012, 85, 016315 7

Combining computational chemistry and crystallography for a better understanding of the

structure of cellulose. 2012, 67, 19-93

o Structural glycobiology of the major allergen of Artemisia vulgaris pollen, Art v 1: O-glycosylation
44 influence on the protein dynamics and allergenicity. 2012, 22, 817-25

Poster: Polarization Energy on a Cluster of Multicores. 2012,

1042 |dentification of the Ah-receptor structural determinants for ligand preferences. 2012, 129, 86-97 47

Carbon monoxide binding to the heme group at the dimeric interface modulates structure and
copper accessibility in the Cu,Zn superoxide dismutase from Haemophilus ducreyi: in silico and in
vitro evidences. 2012, 30, 269-79

1040 Structural destabilization of chignolin under the influence of oscillating electric fields. 2012, 111, 074702 57

Newton black films as wetting systems. 2012, 85,




CITATION REPORT

1038 Thermodynamic state-dependent structure-based coarse-graining of confined water. 2012, 137, 214707 21

Structure and reorientational dynamics of angiotensin | and Il: a microscopic physical insight. 2012,
29, 671-90

Combined depletion and electrostatic forces in polymer-induced membrane adhesion: a theoretical
model. 2012, 136, 055101 7

lon transport through a graphene nanopore. 2012, 23, 395501

1034 Elastic network normal modes provide a basis for protein structure refinement. 2012, 136, 195101 12

Dynamic and structural changes in the minimally restructuring EcoRI Bound to a minimally mutated
DNA chain. 2012, 29, 743-56

The multiscale coarse-graining method. X. Improved algorithms for constructing coarse-grained
potentials for molecular systems. 2012, 136, 194115 37

The multiscale coarse-graining method. IX. A general method for construction of three body
coarse-grained force fields. 2012, 136, 194114

L Over 30% of patients with splenic marginal zone lymphoma express the same immunoglobulin
0550 heavy variable gene: ontogenetic implications. 2012, 26, 1638-46 97

Insights into the substrate specificity of a thioesterase Rv0098 of mycobacterium tuberculosis

through X-ray crystallographic and molecular dynamics studies. 2012, 29, 973-83

1028 Locating binding poses in protein-ligand systems using reconnaissance metadynamics. 2012, 109, 5170-5 39

Direct observation of proteolytic cleavage at the S2 site upon forced unfolding of the Notch
negative regulatory region. 2012, 109, E2757-65

Structure and mechanism of human UDP-xylose synthase: evidence for a promoting role of sugar

ring distortion in a three-step catalytic conversion of UDP-glucuronic acid. 2012, 287, 31349-58 26

1026

In channelrhodopsin-2 Glu-90 is crucial for ion selectivity and is deprotonated during the
photocycle. 2012, 287, 6904-11

Protein kinase A (PKA) phosphorylation of Na+/K+-ATPase opens intracellular C-terminal water

1024 pathway leading to third Na+-binding site in molecular dynamics simulations. 2012, 287, 15959-65

21

Supertertiary structure of the synaptic MAGuK scaffold proteins is conserved. 2012, 109, 15775-80

1022 Dominant folding pathways of a WW domain. 2012, 109, 2330-5 58

Conformational changes relevant to channel activity and folding within the first nucleotide binding

domain of the cystic fibrosis transmembrane conductance regulator. 2012, 287, 28480-94

68



(2012-2012)

Effect of secondary structure on the self-assembly of amphiphilic molecules: a multiscale

simulation study. 2012, 136, 084902 11

1020

Strand swapping regulates the iron-sulfur cluster in the diabetes drug target mitoNEET. 2012, 109, 1955-60

Structure of the yeast F1Fo-ATP synthase dimer and its role in shaping the mitochondrial cristae.

1018 5012, 109, 13602-7 330

Ketoamide resistance and hepatitis C virus fitness in val55 variants of the NS3 serine protease.
2012, 56, 1907-15

1016 Influenza virus binds its host cell using multiple dynamic interactions. 2012, 109, 13626-31 101

Structure of saposin A lipoprotein discs. 2012, 109, 2908-12

Chemically transferable coarse-grained potentials from conditional reversible work calculations.

1014 2012, 137, 154113 o2

Aggregation in dilute aqueous tert-butyl alcohol solutions: insights from large-scale simulations.
2012, 137, 034509

Dynamic behaviour of ubiquitin receptor S5a in free and complex with K48-linked diubiquitin. 2012,

1012 38 1015-1021 !

Computer simulations of helix folding in homo- and heteropeptides. 2012, 38, 682-694

1010 Relaxation estimation of RMSD in molecular dynamics immunosimulations. 2012, 2012, 173521 30

Correlation of TrpGly and GlyTrp Rotamer Structure with W7 and W10 UV Resonance Raman Modes
and Fluorescence Emission Shifts. 2012, 2012, 735076

Conformational relaxations of human serum albumin studied by molecular dynamics simulations

1008\ lith pressure jumps. 2012, 28, 486-492 5

A salt-bridge controlled by ligand binding modulates the hydrolysis reaction in a GH5
endoglucanase. 2012, 25, 223-33

1006 Nucleotide-dependent mechanism of Get3 as elucidated from free energy calculations. 2012, 109, 7759-64 47

Using sketch-map coordinates to analyze and bias molecular dynamics simulations. 2012, 109, 5196-201

LSD1/CoREST is an allosteric nanoscale clamp regulated by H3-histone-tail molecular recognition.

1094 2012, 109, 12509-14 53

Bioinformatic and mutational analysis of channelrhodopsin-2 protein cation-conducting pathway.

2012, 287, 4818-25




CITATION REPORT

Importance of N- and C-terminal regions of IbpA, Escherichia coli small heat shock protein, for

1002 chaperone function and oligomerization. 2012, 287, 2843-53 29

Counteracting effects operating on Src homology 2 domain-containing protein-tyrosine
phosphatase 2 (SHP2) function drive selection of the recurrent Y62D and Y63C substitutions in
Noonan syndrome. 2012, 287, 27066-77

1000 Chameleonicity and folding of the C-fragment of TOP7. 2012, 97, 68003 6

Insights into the modulation of optimum pH by a single histidine residue in arginine deiminase from
Pseudomonas aeruginosa. 2012, 393, 1013-24

998  Asymmetry of the water flux induced by the deformation of a nanotube. 2012, 21, 054703 7

WITHDRAWN: Baicalein protects against Staphylococcus aureus pneumonia in a mouse model via
inhibition of the self-assembly of themolysin heptamers. 2012,

Proteome-wide analysis of lysine acetylation suggests its broad regulatory scope in Saccharomyces

996 cerevisiae. 2012, 11, 1510-22 “00

NaStEP: a proteinase inhibitor essential to self-incompatibility and a positive regulator of HT-B
stability in Nicotiana alata pollen tubes. 2013, 161, 97-107

994 Molecular modeling of membrane curvature driven by epsin. 2012,

From laptop to benchtop to bedside: structure-based drug design on protein targets. 2012, 18, 1217-39

A closer look into G protein coupled receptor activation: X-ray crystallography and long-scale

992 molecular dynamics simulations. 2012, 19, 1135-45 16

Rational prediction with molecular dynamics for hit identification. 2012, 12, 2002-12

990 Multiscale Modeling of Microtubules and Actin Filaments. 2012, 45, 1023-1028 1

Plasticity of CYP2B enzymes: structural and solution biophysical methods. 2012, 13, 167-76

988 - Nucleation and Crystalline Growth Kinetics. 2012, 46-119

Design and Structure Activity Correlation of RGDS Cell-Attachment Peptide Containing Molecules.
2012, 69, 11-19

Combined Modeling and Biophysical Characterisation of CO2 Interaction with Class Il

986 Hydrophobins: New Insight into the Mechanism Underpinning Primary Gushing. 2012, 70, 249-256

22

From Laptop to Benchtop to Bedside: Structure-based Drug Design on Protein Targets. 2012, 18, 1217-1239

70



(2012-2012)

Protein-carbohydrate interactions studied by NMR: from molecular recognition to drug design.

984 2012, 13, 816-30 &

Computer Simulation of the Solubilization of Liposomes by Bile Salts. 2012, 41, 1066-1068

A vibration-charge-induced unidirectional transport of water molecules in confined nanochannels.

982 5012, 8 12111 24

Interfacial tension and surface pressure of high density lipoprotein, low density lipoprotein, and
related lipid droplets. 2012, 103, 1236-44

Energy landscapes of human acetylcholinesterase and its Huperzine A-inhibited counterpart. 2012,

116, 14744-53 16

980

The conformational ensembles of Bynuclein and tau: combining single-molecule FRET and
simulations. 2012, 103, 1940-9

3 Accurate structure and dynamics of the metal-site of paramagnetic metalloproteins from NMR L
97 parameters using natural bond orbitals. 2012, 134, 4670-82 7

GROMACS molecule & liquid database. 2012, 28, 752-3

976  Recognition of the let-7g miRNA precursor by human Lin28B. 2012, 586, 3986-90 18

Length scale dependence of DNA mechanical properties. 2012, 109, 228101

Structure of the CFA/IIl major pilin subunit CofA from human enterotoxigenic Escherichia coli

974 determined at 0.90 [fesolution by sulfur-SAD phasing. 2012, 68, 1418-29 10

Molecular dynamics simulations of the surface tension and structure of salt solutions and clusters.
2012, 116, 3198-204

Molecular Dynamics Simulation of the Effects of NaCl on Electrostatic Properties of Newton Black
972 Films. 2012, 116, 21913-21922 5

Multiscale macromolecular simulation: role of evolving ensembles. 2012, 52, 2638-49

g70 Simple fFew-state models reveal hidden complexity in protein folding. 2012, 109, 17807-13 128

Structural determinants for the membrane insertion of the transmembrane peptide of
hemagglutinin from influenza virus. 2012, 52, 3001-12

Amyloid Bpeptide 25-35 self-assembly and its inhibition: a model undecapeptide system to gain
968  atomistic and secondary structure details of the Alzheimer’s disease process and treatment. 2012, 50
3,952-62

Using metadynamics and path collective variables to study ligand binding and induced

conformational transitions. 2012, 819, 501-13

71



CITATION REPORT

966  Probing the active site chemistry of fglucosidases along the hydrolysis reaction pathway. 2012, 51, 8907-18 28

Detailed QM/MM study of the Electron Paramagnetic Resonance Parameters of Nitrosyl
Myoglobin. Journal of Chemical Theory and Computation, 2012, 8, 563-74

6 Defining the mechanism of action and enzymatic selectivity of psammaplin A against its epigenetic
94 targets. 2012, 55, 1731-50 73

How to distinguish methyl-cytosine from cytosine with high fidelity. 2012, 424, 215-24

962  Understanding the solvent polarity effects on surfactant-capped nanoparticles. 2012, 116, 13063-70 22

On the inverse temperature transition and development of an entropic elastomeric force of the
elastin mimetic peptide [LGGVG](3, 7). 2012, 136, 085101

960 Molecular driving forces defining lipid positions around aquaporin-0. 2012, 109, 9887-92 54

Experiments and comprehensive simulations of the formation of a helical turn. 2012, 116, 6598-610

Structural insight into the mechanism of epothilone A bound to beta-tubulin and its mutants at

958 Arg282Gln and Thr274lle. 2012, 30, 559-73 "

Binding and reorientation of melittin in a POPC bilayer: computer simulations. 2012, 1818, 2975-81

956  Role of neutral lipids in tear Fluid lipid layer: coarse-grained simulation study. 2012, 28, 17092-100 25

Nitro-substituted 4-[(phenylmethylene)imino]phenolates: solvatochromism and their use as
solvatochromic switches and as probes for the investigation of preferential solvation in solvent
mixtures. 2012, 77, 10668-79

A comparison of the solvation thermodynamics of amino acid analogues in water, 1-octanol and
954  1-n-alkyl-3-methylimidazolium bis(trifluoromethylsulfonyl)imide ionic liquids by molecular 17
simulation. 2012, 137, 184504

Molecular dynamics investigations of PRODAN in a DLPC bilayer. 2012, 116, 2713-21

Dynamic behavior of acrylic acid clusters as quasi-mobile nodes in a model of hydrogel network.
952 2012, 137, 244908 7

Structural Determinants of Cisplatin and Transplatin Binding to the Met-Rich Motif of Ctr1: A 6
Computational Spectroscopy Approach. Journal of Chemical Theory and Computation, 2012, 8, 2912-20 4

The shadow map: a general contact definition for capturing the dynamics of biomolecular folding
959 and function. 2012, 116, 8692-702 137

An efficient multi-scale lattice model approach to screening nano-porous adsorbents. 2012, 137, 244102

72



(2012-2012)

3 Molecular and electronic structure of the peptide subunit of Geobacter sulfurreducens conductive
94°  bili from First principles. 2012, 116, 8023-30 52

Electric field induced orientation and self-assembly of carbon nanotubes in water. 2012, 8, 1010-1016

946  Quantitative analysis of aqueous nanofilm rupture by molecular dynamic simulation. 2012, 116, 1035-42 12

Thirty-five years of biomolecular simulation: development of methodology, force fields and
software. 2012, 38, 1271-1281

Photodynamic efficiency of cationic meso-porphyrins at lipid bilayers: insights from molecular
944 dynamics simulations. 2012, 116, 14618-27 29

Molecular Structure and Dynamics in Thin Water Films at Metal Oxide Surfaces: Magnesium,
Aluminum, and Silicon Oxide Surfaces. 2012, 116, 15962-15973

Free-Energy Landscape of a Thrombin-Binding DNA Aptamer in Aqueous Environment. Journal of

942 chemical Theory and Computation, 2012, 8, 4845-51 64 22

Local Fluctuations and Conformational Transitions in Proteins. Journal of Chemical Theory and
Computation, 2012, 8, 4775-85

A Glycam-Based Force Field for Simulations of Lipopolysaccharide Membranes: Parametrization and 6
949 validation. Journal of Chemical Theory and Computation, 2012, 8, 4719-31 4 74

GROMOS 53A6GLYC, an Improved GROMOS Force Field for Hexopyranose-Based Carbohydrates.
Journal of Chemical Theory and Computation, 2012, 8, 4681-90

Revisiting Molecular Dynamics on a CPU/GPU system: Water Kernel and SHAKE Parallelization.

938 Journal of Chemical Theory and Computation, 2012, 8, 4624-4636 64 18

Molecular Dynamics Simulations of a Characteristic DPC Micelle in Water. Journal of Chemical
Theory and Computation, 2012, 8, 4610-23

936  Structure of the TatC core of the twin-arginine protein transport system. 2012, 492, 210-4 126

Uncovering molecular details of urea crystal growth in the presence of additives. 2012, 134, 17221-33

934 Mechanistic and structural insight into the functional dichotomy between IL-2 and IL-15. 2012, 13, 1187-95 148

A molecular dynamics study of the equation of state and the structure of supercooled aqueous
solutions of methanol. 2012, 137, 184503

5 Ubiquitin dynamics in complexes reveal molecular recognition mechanisms beyond induced fit and °
93 conformational selection. 2012, 8, e1002704 5

A generic force field for protein coarse-grained molecular dynamics simulation. 2012, 13, 14451-69

73



CITATION REPORT

Efficient binding of 4/7 Econotoxins to nicotinic @R receptors is prevented by Arg185 and

939 Pro195 in the 8 subunit. 2012, 82, 711-8 55

High-throughput screening system based on phenolics-responsive transcription activator for
directed evolution of organophosphate-degrading enzymes. 2012, 25, 725-31

Study of interaction between PEG carrier and three relevant drug molecules: piroxicam, paclitaxel,

928 and hematoporphyrin. 2012, 116, 7334-41 44

Understanding the binding mechanism of various chiral SWCNTs and ssDNA: a computational study.
2012, 116, 14754-9

926  High-throughput molecular dynamics: the powerful new tool for drug discovery. 2012, 17, 1059-62 60

Enthalpy-Entropy of Cation Association with the Acetate Anion in Water. Journal of Chemical Theory
and Computation, 2012, 8, 3804-9

Peptide-lipid interactions of the stress-response peptide TisB that induces bacterial persistence.
924 2012, 103, 1460-9 39

First-principle-based MD description of azobenzene molecular rods. 2012, 131, 1

Multiscale QM/MM molecular dynamics study on the first steps of guanine damage by free

922 hydroxyl radicals in solution. 2012, 116, 3940-5 39

Residue-specific thelix propensities from molecular simulation. 2012, 102, 1462-7

Molecular dynamics simulation study explaining inhibitor selectivity in different class of histone

920 deacetylases. 2012, 29, 677-98 23

Molecular dynamics of HIV1-integrase in complex with 93del - a structural perspective on the
mechanism of inhibition. 2012, 29, 863-77

Molecular dynamics simulations of the solvent- and thermal history-dependent structure of the

PCBM fullerene derivative. 2012, 22, 5434 26

918

Derivation and systematic validation of a refined all-atom Force field for phosphatidylcholine lipids.
2012, 116, 3164-79

916  Acetonitrile boosts conductivity of imidazolium ionic liquids. 2012, 116, 7719-27 123

On the DMSO-dissolved state of insulin: a vibrational spectroscopic study of structural disorder.
2012, 116, 11863-71

Molecular dynamics simulation of lysozyme adsorption/desorption on hydrophobic surfaces. 2012,

914 116,10189-94 i

Adsorption of Proteins onto lon-Exchange Chromatographic Media: A Molecular Dynamics Study.

2012, 51, 16049-16058

74



(2012-2012)

Computational studies on structural and optical properties of single-stranded DNA encapsulated

912 sjlver/gold clusters. 2012, 22, 6774 i

Adsorption of naphthalene and ozone on atmospheric air/ice interfaces coated with surfactants: a
molecular simulation study. 2012, 116, 2519-28

Solution nuclear magnetic resonance structure and molecular dynamics simulations of a murine
g1o 18.5 kDa myelin basic protein segment (S72-S107) in association with dodecylphosphocholine 25
micelles. 2012, 51, 7475-87

Molecular dynamics simulation of phosphoric acid doped monomer of polybenzimidazole: a
potential component polymer electrolyte membrane of fuel cell. 2012, 116, 7357-66

Conformational, dynamical. and tensional study of tethered bilayer lipid membranes in

coarse-grained molecular simulations. 2012, 28, 15907-15 20

908

Molecular dynamics simulations of creatine kinase and adenine nucleotide translocase in
mitochondrial membrane patch. 2012, 287, 7467-76

906  Structural and spectroscopic properties of water around small hydrophobic solutes. 2012, 116, 11695-700 32

Are hydrodynamic interactions important in the kinetics of hydrophobic collapse?. 2012, 116, 11537-44

904 Copper, BDNF and Its N-terminal domain: inorganic features and biological perspectives. 2012, 18, 15618-31 31

Engineering Candida albicans glucosamine-6-phosphate synthase for efficient enzyme purification.
2012, 25, 564-70

In silico model of an antenna of a phycobilisome and energy transfer rates determination by

992 theoretical FEster approach. 2012, 21, 1921-8 9

Structural insights into interacting mechanism of ID1 protein with an antagonist ID1/3-PA7 and
agonist ETS-1 in treatment of ovarian cancer: molecular docking and dynamics studies. 2012, 18, 4865-84

goo Cost-Aware and SLO-Fulfilling Software as a Service. 2012, 10, 553-577 3

A Single Sign-On Infrastructure for Science Gateways on a Use Case for Structural Bioinformatics.
2012, 10, 769-790

308 Molecular simulation and docking studies of Gal1p and Gal3p proteins in the presence and absence
9% of ligands ATP and galactose: implication for transcriptional activation of GAL genes. 2012, 26, 847-64 5

Structural prediction of a novel chitinase from the psychrophilic Glaciozyma antarctica PI12 and an

analysis of its structural properties and function. 2012, 26, 947-61

Extensive structural change of the envelope protein of dengue virus induced by a tuned ionic

896 strength: conformational and energetic analyses. 2012, 26, 1311-25 7

Determination of structural fluctuations of proteins from structure-based calculations of residual

dipolar couplings. 2012, 53, 281-92

75



CITATION REPORT

3 PPM: a side-chain and backbone chemical shift predictor for the assessment of protein 3
94 conformational ensembles. 201 2, 54, 257-65 5

A coarse graining method for the dimension reduction of the state space of biomolecules. 2012, 50, 2623-2635

The role of substrate specificity and metal binding in defining the activity and structure of an

892 intracellular subtilisin. 2012, 2, 209-15

In silico prediction of a disease-associated STIL mutant and its affect on the recruitment of
centromere protein J (CENPJ). 2012, 2, 285-93

A protein phosphatase 1 gamma (PP1)lof the human protozoan parasite Trichomonas vaginalis is

590 involved in proliferation and cell attachment to the host cell. 2012, 42, 715-27

21

Molecular recognition of esterase plays a major role on the removal of fatty soils during
detergency. 2012, 161, 228-34

888 Identification and structural basis for a novel interaction between Vav2 and Arap3. 2012, 180, 84-95 4

Structural insights into serine protease inhibition by a marine invertebrate BPTI Kunitz-type
inhibitor. 2012, 180, 271-9

886 Pulsating tubules from noncovalent macrocycles. 2012, 337, 1521-6 250

Diffusion of 1,2-dimethoxyethane and 1,2-dimethoxypropane through phosphatidycholine bilayers:
a molecular dynamics study. 2012, 116, 5141-51

884 Thermal Conductivity of lonic Liquids: A Pseudolattice Approach. 2012, 116, 1265-1273 14

Peptide chain dynamics in light and heavy water: zooming in on internal friction. 2012, 134, 6273-9

882  Sequence, structure, and function of peptide self-assembled monolayers. 2012, 134, 6000-5 186

Understanding the phase behavior of coarse-grained model lipid bilayers through computational
calorimetry. 2012, 116, 1551-69

Lipid Nanoparticles Containing siRNA Synthesized by Microfluidic Mixing Exhibit an Electron-Dense

880 Nanostructured Core. 2012, 116, 18440-18450

151

Computational Studies of Drugs in Lipid Membranes and Liposomes. 2012, 44, 1777-1780

878  Diffusing of an Ammonia Molecule in Water in a Very Short Time Period. 2012, 24, 969-970 4

Comparison of Structure-based Tools for the Prediction of Ligand Binding Site Residues in

Apo-structures. 2012, 11, 115-126




(2012-2012)

876  GABA binding to an insect GABA receptor: a molecular dynamics and mutagenesis study. 2012, 103, 2071-81 33

On Improving the Performance of Multi-threaded CUDA Applications with Concurrent Kernel
Execution by Kernel Reordering. 2012,

3 Peptide salt bridge stability: from gas phase via microhydration to bulk water simulations. 2012, L
74 137,185101 4

Amyloid peptide ABO inhibits aggregation of AB2: evidence from molecular dynamics
simulations. 2012, 136, 245105

872 .2012, 4

fhairpin forms by rolling up from C-terminal: topological guidance of early Folding dynamics. 2012,
2, 649

Potential Protein Targets and Toxicological Mechanism of Persistent Organic Polluntant
Perfluorooctanesulfonate. 2012,

Molecular dynamics calculation of molecular volumes and volumes of activation. 2012, 14, 2264-77

868 Simulation of fusion-mediated nanoemulsion interactions with model lipid bilayers. 2012, 8, 3024-3035 14

The impact of lipid composition on the stability of the tear fluid lipid layer. 2012, 8, 5826

866 Molecular wire of urea in carbon nanotube: a molecular dynamics study. 2012, 4, 652-8 18

Influence of a charged graphene surface on the orientation and conformation of covalently
attached oligonucleotides: a molecular dynamics study. 2012, 14, 4217-29

864 Computer modeling of hemokinins using molecular dynamics method: Hemokinin 1 (human). 2012,

Low frequency dynamics of water in reverse micelle sugar solutions. 2012,

Interface behaviors of acetylene and ethylene molecules with 1-butyl-3-methylimidazolium acetate
862 ionic liquid: a combined quantum chemistry calculation and molecular dynamics simulation study. 17
2012, 4, 6646-53

Response of the electric conductivity of double-stranded DNA on moderate mechanical stretching
stresses. 2012, 85,

Dynamic Fingerprints of Protein Thermostability Revealed by Long Molecular Dynamics. Journal of 6

Chemical Theory and Computation, 2012, 8, 1129-42 10

860

Screening for the Location of RNA using the Chloride lon Distribution in Simulations of Virus

Capsids. Journal of Chemical Theory and Computation, 2012, 8, 2474-83

77



CITATION REPORT

Numerical validation of IFT in the analysis of protein-surfactant complexes with SAXS and SANS.
2012, 28, 12593-600 9

Modulation of an IDP binding mechanism and rates by helix propensity and non-native interactions:
association of HIF1Bvith CBP. 2012, 8, 256-67

Four-level levodopa adsorption on C60 fullerene for transdermal and oral administration: a
computational study. 2012, 2, 8306 9

Magnesium fluctuations modulate RNA dynamics in the SAM-I riboswitch. 2012, 134, 12043-53

Molecular Dynamics Simulations of PAARMA Polyelectrolyte Copolymers in Dilute Aqueous

854 Solution: Chain Conformations and Hydration Properties. 2012, 51, 10833-10839 28

Exploring the molecular mechanism of stabilization of the adhesion domains of human CD2 by
N-glycosylation. 2012, 116, 11570-7

Ab Initio, Physically Motivated Force Fields for CO2Adsorption in Zeolitic Imidazolate Frameworks.
2012, 116, 1892-1903 75

Coarse-grained modeling of simple molecules at different resolutions in the absence of good
sampling. 2012, 116, 8337-49

Modeling Triple Conformational Disorder in a New Crystal Polymorph of
cis-Aquabis(l-isoleucinato)copper(ll). 2012, 12, 4116-4129 9

Interaction of counterions with subtilisin in acetonitrile: insights from molecular dynamics
simulations. 2012, 116, 5838-48

Molecular structure of human GM-CSF in complex with a disease-associated anti-human GM-CSF L
autoantibody and its potential biological implications. 2012, 447, 205-15 3

Membrane-proximal tryptophans of synaptobrevin Il stabilize priming of secretory vesicles. 2012,
32,15983-97

846  Structural and functional characterization of the kindlin-1 pleckstrin homology domain. 2012, 287, 43246-61 27

Molecular dynamics simulation of the spherical electrical double layer of a soft nanoparticle: effect
of the surface charge and counterion valence. 2012, 137, 174701

Atomistic simulations of structure and dynamics of hydrated Aciplex polymer electrolyte

844 membrane. 2012, 8, 10827 22

Exploring the mineralization of hydrophobins at a liquid interface. 2012, 8, 11343

Properties of water in the interfacial region of a polyelectrolyte bilayer adsorbed onto a substrate

studied by computer simulations. 2012, 14, 11425-32 12

Membrane lateral structure: the influence of immobilized particles on domain size. 2012, 14, 14500-8




(2012-2012)

Nanoscale characteristics of triacylglycerol oils: phase separation and binding energies of L
two-component oils to crystalline nanoplatelets. 2012, 158, 425-33; discussion 493-522 9

Organic molecules on the surface of water droplets--an energetic perspective. 2012, 14, 9537-45

838 Memory-Efficient Implementation of a Rigid-Body Molecular Dynamics Simulation. 2012, 5

Turn-directed folding dynamics of fhairpin-forming de novo decapeptide Chignolin. 2012, 14, 12442-50

Efficient and selective enzymatic synthesis of N-acetyl-lactosamine in ionic liquid: a rational 5
explanation. 2012, 2, 6306 9

Assigning the characteristics of an ATR dove prism for use with terahertz frequencies:
Supplemented with molecular dynamic simulations. 2012,

3 Molecular dynamics simulations on pars intercerebralis major peptide-C (PMP-C) reveal the role of
34 glycosylation and disulfide bonds in its enhanced structural stability and function. 2012, 29, 905-20

Molecular Dynamics Study of a MARTINI Coarse-Grained Polystyrene Brush in Good Solvent:
Structure and Dynamics. 2012, 45, 563-571

Agqueous NaCl and CsCl solutions confined in crystalline slit-shaped silica nanopores of varying
degree of protonation. 2012, 28, 1256-66 /T

Water activity coefficients in aqueous amino acid solutions by molecular dynamics simulation: 1.
Force field development. 2012, 38, 132-138

830  Specific and nonspecific effects of glycosylation. 2012, 134, 8184-93 27

Assessment of the intrinsic conformational preferences of dipeptide amino acids in aqueous
solution by combined umbrella sampling/MBAR statistics. A comparison with experimental results.
2012, 116, 469-75

Molecular simulation of the thermophysical properties of N-functionalized alkylimidazoles. 2012,

828 146, 6529-35

26

Identification of cholesterol binding sites in the serotonin1A receptor. 2012, 116, 12991-6

Calculation of Molecular Volumes and Volumes of Activation Using Molecular Dynamics

826 gimulations. 2012, 116, 2240-2245

21

Molecular dynamics characterisations of the Trp-cage folding mechanisms: in the absence and
presence of water solvents. 2012, 38, 161-171

Multivalent binding and facilitated diffusion account for the formation of the Grb2-Sos1 signaling
complex in a cooperative manner. 2012, 51, 2122-35 9

Interplay between hydrodynamics and the free energy surface in the assembly of nanoscale

hydrophobes. 2012, 116, 378-89

79



CITATION REPORT

822 Structure of triplex DNA in the gas phase. 2012, 134, 6596-606 49

Structural, dynamical, and thermodynamical properties of carbon nanotube polycarbonate
composites: a molecular dynamics study. 2012, 116, 3083-91

Thermodynamic transferability of coarse-grained potentials for polymer-additive systems. 2012,

820 14°11896-903 24

Atomic mobility in a polymer glass after shear and thermal cycles. 2012, 116, 14201-5

Force and Stress along Simulated Dissociation Pathways of Cucurbituril-Guest Systems. Journal of

818 Chemical Theory and Computation, 2012, 8, 966-976 64 13

RNA unwinding from reweighted pulling simulations. 2012, 134, 5173-9

816  Structure and Dynamics of Ethanol Adsorbed on a Mica Surface. 2012, 57, 308-314 7

A quantitative study of the clustering of polycyclic aromatic hydrocarbons at high temperatures.
2012, 14, 4081-94

Three-dimensional structure of human fdefensin 28 via homology modelling and molecular
dynamics. 2012, 38, 90-101 4

A novel composite film for detection and molecular weight determination of organic vapors. 2012,
22,13732

812 Confinement-induced states in the folding landscape of the Trp-cage miniprotein. 2012, 116, 11872-80 31

SiteBinder: an improved approach for comparing multiple protein structural motifs. 2012, 52, 343-59

Optical properties of a visible push-pull chromophore covalently bound to carbohydrates: solution

810 and gas-phase spectroscopy combined to theoretical investigations. 2012, 116, 841-51 5

Deformation of cellulose nanocrystals: entropy, internal energy and temperature dependence.
2012, 19, 1821-1836

808 Nonintercalating nanosubstrates create asymmetry between bilayer leaflets. 2012, 28, 2842-8 10

The basic property of Lys385 is important for potentiation of the human & glycine receptor by
ethanol. 2012, 340, 339-49

Bynuclein induces both positive mean curvature and negative Gaussian curvature in membranes.

806 5012, 134, 2613-20

Monitoring and inhibition of insulin fibrillation by a small organic fluorogen with

aggregation-induced emission characteristics. 2012, 134, 1680-9

8o



(2012-2012)

Docking and molecular dynamics studies of new potential inhibitors of the human epidermal

804 aceptor 2. 2012, 38, 1132-1142

Mechanical compressibility of the glycosylphosphatidylinositol (GPI) anchor backbone governed by
independent glycosidic linkages. 2012, 134, 18964-72

Temperature- and pressure-dependent densities, self-diffusion coefficients, and phase behavior of

802 monoacid saturated triacylglycerides: toward molecular-level insights into processing. 2012, 60, 5243-9 5

Mirror images as naturally competing conformations in protein folding. 2012, 116, 6880-8

Selective monocationic inhibitors of neuronal nitric oxide synthase. Binding mode insights from

8oo molecular dynamics simulations. 2012, 134, 11559-72

20

On the Contribution of Linear Correlations to Quasi-harmonic Conformational Entropy in Proteins.
Journal of Chemical Theory and Computation, 2012, 8, 3820-9

3 Understanding the interaction of block copolymers with DMPC lipid bilayer using coarse-grained 6
79 molecular dynamics simulations. 2012, 116, 14333-45 7

How Does Darunavir Prevent HIV-1 Protease Dimerization?. Journal of Chemical Theory and
Computation, 2012, 8, 1786-94

796  Spreading of Multi-component Oils on Water. 2012, 26, 2736-2741 21

Interpolated mechanics-molecular mechanics study of internal rotation dynamics of the
chromophore unit in blue fluorescent protein and its variants. 2012, 116, 11137-47

794  Multifaceted substrate capture scheme of a rhomboid protease. 2012, 116, 8942-54 22

Thermal hysteresis in the backbone and side-chain dynamics of the elastin mimetic peptide
[VPGVG]3 revealed by 2H NMR. 2012, 116, 555-64

Parallel fsheet vibrational couplings revealed by 2D IR spectroscopy of an isotopically labeled
792  macrocycle: quantitative benchmark for the interpretation of amyloid and protein infrared spectra. 78
2012, 134, 19118-28

Role of the subunit interactions in the conformational transitions in adult human hemoglobin: an
explicit solvent molecular dynamics study. 2012, 116, 11004-9

Investigations into the bending constant and edge energy of bilayers of salt-free catanionic

799 vesicles. 2012, 28, 5927-33 11

Elements of nucleotide specificity in the Trypanosoma brucei mitochondrial RNA editing enzyme
RET2.2012, 52, 1308-18

Detailed structure of the H2PO4(-)-guanosine diphosphate intermediate in Ras-GAP decoded from

FTIR experiments by biomolecular simulations. 2012, 134, 20041-4 28

788

Early events in helix unfolding under external Forces: a milestoning analysis. 2012, 116, 8662-91

81



CITATION REPORT

Replica-exchange molecular dynamics simulation of a lipid bilayer system with a coarse-grained

model. 2012, 38, 437-441 10

786

Investigation of methanol-peptide nuclear Overhauser effects through molecular dynamics
simulations. 2012, 116, 1965-73

784  Insights on the mechanism of formation of protein microspheres in a biphasic system. 2012, 9, 3079-88 36

Derivation of coarse grained models for multiscale simulation of liquid crystalline phase transitions.
2012, 116, 8474-84

782  Structure and Dynamics of Acetonitrile Confined in a Silica Nanopore. 2012, 116, 9582-9593 33

SQUEEZE-E: The Optimal Solution for Molecular Simulations with Periodic Boundary Conditions. 6
Journal of Chemical Theory and Computation, 2012, 8, 3618-27 4

780  Adsorption, folding, and packing of an amphiphilic peptide at the air/water interface. 2012, 116, 2198-207 11

Interactions of a hydrophobically modified polycation with zwitterionic lipid membranes. 2012, 28, 676-88

3 Theory and Simulation of Multicomponent Osmotic Systems. Journal of Chemical Theory and 6 L
77°  Computation, 2012, 8, 3493-3503 419

Coarse-Grained and Atomistic Simulations of the Salt-Stable Cowpea Chlorotic Mottle Virus
(SS-CCMV) Subunit 26-49: fBarrel Stability of the Hexamer and Pentamer Geometries. Journal of
Chemical Theory and Computation, 2012, 8, 3750-8

Investigating the mechanism of substrate uptake and release in the glutamate transporter

776 homologue Glt(Ph) through metadynamics simulations. 2012, 134, 453-63 e

Urea-Water Solvation Forces on Prion Structures. Journal of Chemical Theory and Computation,
2012, 8, 3977-3984

774  Conformational Study of Glycal-Type Neuraminidase Inhibitors. 2012, 31, 114-129

Efficient Simulation of Explicitly Solvated Proteins in the Well-Tempered Ensemble. Journal of
Chemical Theory and Computation, 2012, 8, 2189-92

772 Interaction of hematoporphyrin with lipid membranes. 2012, 116, 4889-97 33

Determination of effective potentials for the stretching of C(#? C(Bvirtual bonds in polypeptide
chains for coarse-grained simulations of proteins from ab initio energy surfaces of 6.4
N-methylacetamide and N-acetylpyrrolidine. Journal of Chemical Theory and Computation, 2012, 8, 1334-1343

Molecular Dynamics Study of Poly(Ethylene Oxide) Chains Densely Grafted on Siloxane Surface in
77° " Dry Conditions. 2012, 116, 3576-3584 7

Efficient Algorithms for Langevin and DPD Dynamics. Journal of Chemical Theory and Computation,

2012, 8, 3637-49 6.4

82



(2012-2012)

On the Numerical Accuracy of Ewald, Smooth Particle Mesh Ewald, and Staggered Mesh Ewald
Methods for Correlated Molecular Systems. Journal of Chemical Theory and Computation, 2012, 8, 3243-5664 5

Modeling the closed and open state conformations of the GABA(A) ion channel--plausible
structural insights for channel gating. 2012, 52, 2958-69

Formation and domain partitioning of H-ras peptide nanoclusters: effects of peptide concentration
and lipid composition. 2012, 134, 17278-85 50

Adaptive Resolution Simulation (AdResS): A Smooth Thermodynamic and Structural Transition from
Atomistic to Coarse Grained Resolution and Vice Versa in a Grand Canonical Fashion. Journal of
Chemical Theory and Computation, 2012, 8, 2878-87

Modeling Structural Flexibility of Proteins with Go-Models. Journal of Chemical Theory and

764 Computation, 2012, 8, 2127-2133 64 1

Structure Formation of Toluene around C60: Implementation of the Adaptive Resolution Scheme
(AdResS) into GROMACS. Journal of Chemical Theory and Computation, 2012, 8, 398-403

Dependence of pyranose ring puckering on anomeric configuration: methyl idopyranosides. 2012,
116, 6380-6 29

Folding simulations of the A and B domains of protein G. 2012, 116, 6645-53

760 Free energy of separation of structure Il clathrate hydrate in water and a light oil. 2012, 116, 5933-40 5

Dynamics of the gel to Fluid phase transformation in unilamellar DPPC vesicles. 2012, 116, 13749-56

3 Difficulties in applying pure Kohn-Sham density functional theory electronic structure methods to
75 protein molecules. 2012, 24, 072202 32

Insights into the structure of covalently bound Fatty acid monolayers on a simplified model of the
hair epicuticle from molecular dynamics simulations. 2012, 28, 13008-17

756  Photochemical trans-/cis-isomerization and quantitation of zearalenone in edible oils. 2012, 60, 11733-40 24

Molecular dynamics simulations of iron- and aluminum-loaded serum transferrin: protonation of
Tyr188 is necessary to prompt metal release. 2012, 51, 7017-27

LSD1/CoREST reversible opening-closing dynamics: discovery of a nanoscale clamp for chromatin L
754 and protein binding. 2012, 51, 3151-3 5

Quantitative assessment of protein interaction with methyl-lysine analogues by hybrid
computational and experimental approaches. 2012, 7, 150-4

Effects of the Size, Shape, and Structural Transition of Thermosensitive Polypeptides on the
752 Stability of Lipid Bilayers and Liposomes. 2012, 45, 7304-7312

From Molecular Phylogenetics to Quantum Chemistry: Discovering Enzyme Design Principles

through Computation. 2012, 2, 201209018

83



CITATION REPORT

750  Nature of protein-CO2 interactions as elucidated via molecular dynamics. 2012, 116, 11578-93 6

Locked on one side only: ground state dynamics of the outer membrane efflux duct TolC. 2012, 51, 1719-29

3 On the Influence of Pore Size and Pore Loading on Structural and Dynamical Heterogeneities of an
74 lonic Liquid Confined in a Slit Nanopore. 2012, 116, 5169-5181 79

Isolating a trimer intermediate in the self-assembly of E2 protein cage. 2012, 13, 699-705

Molecular dynamics and experimental study of conformation change of

746 poly(N-isopropylacrylamide) hydrogels in mixtures of water and methanol. 2012, 116, 5251-9 129

Suitability of the MARTINI Force Field for Use with Gas-Phase Protein Complexes. Journal of
Chemical Theory and Computation, 2012, 8, 1304-13

Nucleotide Dynamics at the A-Site Cleft in the Peptidyltransferase Center of H. marismortui 50S
744 Ribosomal Subunits. 2012, 3, 1007-10 4

Pressure and surface tension control self-assembled structures in mixtures of Pegylated and
non-pegylated lipids. 2012, 28, 2275-80

Characterization of the conformational equilibrium between the two major substates of RNase A
742 using NMR chemical shifts. 2012, 134, 3968-71 75

Characterization of a disordered protein during micellation: interactions of Esynuclein with sodium
dodecyl sulfate. 2012, 116, 4417-24

740  Purification of a Tat leader peptide by co-expression with its chaperone. 2012, 84, 167-72 6

A Soft-Particle Model for Simulations of Diblock Copolymers in Bulk and in Confinement. 2012, 34, 105-113

738  Simulation of Band #PVDF melting mechanisms. 2012, 53, 2919-2926 43

Interaction of C70 fullerene with the Kv1.2 potassium channel. 2012, 14, 12526-33

6 Computationally Efficient Multiconfigurational Reactive Molecular Dynamics. Journal of Chemical 6
/3 Theory and Computation, 2012, 8, 4863-4875 4 44

Molecular dynamics simulations of the bacterial ABC transporter SAV1866 in the closed form. 2012,
116, 2934-42

Molecular mechanisms of salt effects on carbon nanotube dispersions in an organic solvent
734 (N-methyl-2-pyrrolidone). 2012, 3, 541-548 =

Effect of the SO2 group in the diamine fragment of polyimides on their structural, thermophysical,

and mechanical properties. 2012, 54, 631-643

84



Assessing polyglutamine conformation in the nucleating event by molecular dynamics simulations.

732 2012, 116, 10259-65 A

REACH coarse-grained simulation of a cellulose fiber. 2012, 13, 2634-44

PIP2 controls voltage-sensor movement and pore opening of Kv channels through the S4-S5 linker. 6
739 2012, 109, E2399-408 7

Molecular dynamics simulations of the Ca2+-pump: a structural analysis. 2012, 14, 3543-53

Multistate organization of transmembrane helical protein dimers governed by the host membrane.

728 2012, 134, 14390-400 45

An Extension and Further Validation of an All-Atomistic Force Field for Biological Membranes.
Journal of Chemical Theory and Computation, 2012, 8, 2938-48

726  Peptide friction in water nanofilm on mica surface. 2012, 21, 026801 3

Liquid-Liquid Criticality in the WAIL Water Model.

724  Breaking the nanoparticlel dispersible limit via rotatable surface ligands. 2022, 13, 4

Impact of pathogenic mutations of the GLUT1 glucose transporter on solute carrier dynamics using
ComDYN enhanced sampling. 8, 322

Improvement of saccharification of native grass, Pennisetum sp. using cellulase from isolated
722 Aspergillus fumigatus for bioethanol production: an insight into in silico molecular modelling, o)
docking and dynamics studies.

Relating the Degree of Nanofiller Functionality to the Glass Transition Temperature and Structure
in a PolymerPolyhedral Oligomeric Silsesquioxane Nanocomposite.

Different Binding Modes of SARS-CoV-1 and SARS-CoV-2 Fusion Peptides to Cell Membranes: The

72° " Influence of Peptide Helix Length.

Controlling the lon Transport Number in Solvent-in-Salt Solutions. 2022, 126, 4572-4583

718  Oncogenic KRAS G12C: Kinetic and Redox Characterization of Covalent Inhibition. 2022, 102186 0

Diffusional isotope fractionation of singly and doubly substituted isotopologues of H2, N2 and O2
during air-water gas transfer. 2022,

Mechanisms of ionic liquids on the enhancement of interfacial transport of lithium ions in crown

716 ether system. 2022, 132782

Multiscale molecular simulations to investigate adenylyl cyclase-based signaling in the brain.




CITATION REPORT

. Pore Formation Mechanism of A-Beta Peptide on the Fluid Membrane: A Combined Coarse-Grained
714 and All-Atomic Model. 2022, 27, 3924

Thermodynamic analysis of nucleation of alcohol molecules with the varied alkyl chain length in
nanoconfined solution. 2022, 127733

Nonmonotonic Relationship between the Oxidation State of Graphene-Based Materials and Its Cell

712 Membrane Damage Effects.

Molecular Dynamics Simulations of the Effects of Entanglement on Polymer Crystal Nucleation.

710  Anion-Sensing Properties of Cyclopentaphenylalanine. 2022, 27, 3918

Insights into the Phase Diagram of Pluronic L64 Using Coarse-Grained Molecular Dynamics
Simulations.

The aggregation of carbon nanotubes deteriorates their adverse effects on pulmonary surfactant

708 monolayer. 2022, 45, 101525

Design lamellar GO membrane based on understanding the effect of functional groups distributed
in the port on desalination. 2022, 360, 119542

Exploring the phytochemicals of Platycodon grandiflorus for TMPRSS2 inhibition in the search for

796 SARS-CoV-2 entry inhibitors. 2022, 34, 102155

Effect of methanol as an amphiphile on water structuring around a hydrate forming gas molecule:
Insights from molecular dynamics simulations. 2022, 361, 119628

o Anti-fouling and anti-bacterial graphene oxide/calcium alginate hybrid hydrogel membrane for
794 efficient dye/salt separation. 2022, 538, 115908

Mesoscopic approach for nanoscale liquid-vapor interfacial statics and dynamics. 2022, 194, 123104

Unraveling anion effect on lithium ion dynamics and interactions in concentrated ionic liquid

792 electrolyte. 2022, 361, 119629

Molecular-dynamics study on the thermodynamic properties of nano-SiO2 particle-doped silicone
rubber composites. 2022, 212, 111571

Molecular dynamics simulation of demulsification of O/W emulsion containing soil in direct current

799 alectric field. 2022, 361, 119618

Probing the polyphenolic flavonoid, morin as a highly efficacious inhibitor against amyloid(A4V)
mutant SOD1 in fatal amyotrophic lateral sclerosis. 2022, 727, 109318

CellListMap.jl: Efficient and customizable cell list implementation for calculation of pairwise

698 particle properties within a cutoff. 2022, 279, 108452

Spectroscopic, electronic structure, molecular docking, and molecular dynamics simulation study of

7-Trifluoromethyl-1H-indole-2-carboxylic acid as an aromatase inhibitor. 2022, 280, 121530

86



(2022-2022)

606 Phenyl glycine incorporated glitazones as promising novel antidiabetic agents through PPARI
9 agonism: Design, synthesis and preclinical studies. 2022, 6, 100067

Ultrafast Fister Resonance Energy Transfer between Tyrosine and Tryptophan: Potential

Contributions to Protein-Water Dynamics Measurements.

694  Strain tunable nanoporous r-N-GDY membrane for efficient seawater desalination. 0

Stability and Conformational Memory of Electrosprayed and Rehydrated Bacteriophage Ms2 Virus
Coat Proteins.

692 Toward Bottom-Up Understanding of Transport in Concentrated Battery Electrolytes. 2

Scalable multiscale modeling of platelets with 100 million particles.

Loosely-packed dynamical structures with partially-melted surface being the key for thermophilic

690 . N o
argonaute proteins achieving high DNA-cleavage activity.

Molecular insights into the adsorption mechanism of E21R and T7E21R human defensin 5 on a

bacterial membrane. 1-11

A Method for Assessing the Robustness of Protein Structures by Randomizing Packing Interactions.

688 9,

Binding Free Energies of Piezo1 Channel Agonists at Protein-Membrane Interface.

Novel insights into the structural changes induced by disease-associated mutations in TDP-43: a

686 computational approach. 1-11

Wall-Spring Thermostat: A Novel Approach for Controlling the Dynamics of Soft Coarse-Grained
Polymer Fluids at Surfaces. 2022, 55, 5550-5566

Investigation of the conformation of human prion protein in ethanol solution using molecular

684 dynamics simulations. 1-10

Design, characterization and structureBunction analysis of novel antimicrobial peptides based on
the N-terminal CATH-2 fragment. 2022, 12,

Structure and Property of Alkylated Graphene Oxide Depending on the Chain Length: Grand

682 Canonical Monte Carlo-Molecular Dynamics Approach.

Revealing the Growth Mechanism of sH Hydrate by Molecular Simulations. 2022, 119873

680 Electric Field Direction-Induced Gas/Water Selectively Entering Nanochannel. 2022, 119852

The dynamics of t1 adenosine binding on human Argonaute 2: Understanding recognition with

conformational selection. 2022, 31,




CITATION REPORT

Insights into the structural stability of major groove RNA triplexes by WAXS-guided MD
simulations. 2022, 100971

Mg2+ lons Regulating 3WJ-PRNA to Construct Controllable RNA Nanoparticle Drug Delivery
Platforms. 2022, 14, 1413

676  Multiscale modeling of thermomechanical properties of stereoregular polymers. 2022, 28,

Different Temperature- and Pressure-Effects on the Water-Mediated Interactions between
Hydrophobic, Hydrophilic, and Hydrophobic-Hydrophilic Nanoscale Surfaces.

674 Physicalinsight into the entropy-driven ion association. o)

Thermostability engineering of industrial enzymes through structure modification.

Discovery of toxoflavin, a potent IRE1Hnhibitor acting through structure-dependent oxidative
inhibition.

Simulation Investigation of Bulk and Surface Properties of Liquid Benzonitrile: Ring
Stacking-Assessment and Deconvolution.

Stretching effect on intrachain conformational ordering of polymers: A steered molecular dynamics
simulation. 2022, 254, 125106

A molecular study on the behavior of polyethoxylated alkyl ethers surfactants in a water/n-alkane
interface. 2022, 129627

668 Fragment-based inhibitor design for SARS-CoV2 main protease.

Spontaneous transport of water nanodroplets on graphene and hexagonal boron nitride in-plane
heterostructure.

An Efficient Modern Strategy to Screen Drug Candidates Targeting RdRp of SARS-CoV-2 With

666 Potentially High Selectivity and Specificity. 10,

Interactions of boron nitride nanosheet with amino acids of differential polarity. 2022, 12,

Molecular dynamics simulations, molecular docking, and kinetics study of kaempferol interaction

664 on Jack bean urease: Comparison of extended solvation model.

Resolution exchange with tunneling for enhanced sampling of protein landscapes. 2022, 106,

662 In-silico analysis of deleterious single nucleotide polymorphisms of PNMT gene. 1-15 1

Spectroscopic and Molecular Dynamics Aspect of Antimalarial Drug Hydroxychloroquine Binding

with Human Telomeric G-Quadruplex.

88



(2022-2022)

Inhibition of Cancer Cell Migration and Glycolysis by Terahertz Wave Modulation via Altered

660 Chromatin Accessibility. 2022, 2022, 1-16

Solubility of Organic Salts in SolventAntisolvent Mixtures: A Combined Experimental and
Molecular Dynamics Simulations Approach. Journal of Chemical Theory and Computation,

Discovering the effect of solvents on poly(2-aminoethyl methacrylate) grafting onto chitosan for
an in vitro skin model. 2022, 119864

Structure and Orientation of Water and Choline Chloride Molecules Around a Methane
Hydrophobe: A Computer Simulation Study.

Hydrophilic But Not Hydrophobic Surfactant Protein Genetic Variants Are Associated With Severe
Acute Respiratory Syncytial Virus Infection in Children. 13,

Coarse-Grained Model Incorporating Short- and Long-Range Effective Potentials for the Fast
Simulation of Micelle Formation in Solutions of lonic Surfactants.

6 Joint Computational/Cell-Based Oligomerization for Screening Inhibitors of Tau Assembly: A
54 Proof-of-Concept Study. 2022, 1-13

lonic Liquid Decelerates Single-Stranded DNA Transport through Molybdenum Disulfide
Nanopores.

Nanofiltration Membranes Modified with a Clustered Multiquaternary Ammonium-Based lonic
Liquid for Improved Magnesium/Lithium Separation. 3

The Conformational Transition Pathways and Hidden Intermediates in DFG-Flip Process of c-Met
Kinase Revealed by Metadynamics Simulations.

650 mdciao: Accessible Analysis and Visualization of Molecular Dynamics Simulation Data. 0

Computational study of peptide interaction with mutant Ecrystallin with the aim of preventing
dimerization.

Comparative Study of Binding Pockets in Human CYP1A2, CYP3A4, CYP3AS5, and CYP3A7 with
648 Aflatoxin B1, a Hepato-Carcinogen, by Molecular Dynamics Simulation &amp; Principal Component
Analysis. 2022, 23,

Effect of Cholesterol on C99 Dimerization: Revealed by Molecular Dynamics Simulations. 9,

646 Binary droplet interactions in shear water-in-oil emulsion: A molecular dynamics study. 2022, 119823

Electric Fields Applied to Surfactant Molecules for Enhancing Removal of Hydrocarbons from a
Solid Surface: A Molecular Dynamics Study.

644 Insights from Incorporating Quantum Computing into Drug Design Workflows. 0

Density, zero shear viscosity and microstructure analysis of asphalt binder using molecular

dynamics simulation. 2022, 345, 128332

89



CITATION REPORT

Multiple ionic conduction highways and good interfacial stability of ionic liquid-encapsulated
cross-linked polymer electrolytes for lithium metal batteries. 2022, 543, 231848

Doxorubicin and Imatinib co-drug delivery using non-covalently functionalized carbon nanotube:
Molecular dynamics study. 2022, 362, 119789

Emulsifying stability and viscosity reduction for heavy crude oil in surfactant-polymer composite
system. 2022, 362, 119713

Biochemical and computational approaches to understand venom toxin-toxin interaction. 2022,
216, 11-14

638 Investigating disordered phases of C2Cl6 using an information theory approach. 2022, 362, 119708

Water jumps over a nanogap between two disjoint carbon nanotubes assisted by thermal
fluctuation. 2022, 362, 119719

636 Carbon nanotube assisted highly selective separation of organic liquid mixtures. 2022, 562, 111647

Templating precise multiple binding sites: Promising molecularly imprinted membrane
orchestrated by sequential surface imprinting strategy. 2022, 450, 138058

6 Combined in-silico and in-vitro experiments support acid-base equilibrium as a tool to estimate the
34 localization depth of 4-nitrophenol within a phospholipid bilayer. 2022, 184009

A novel acceleration method for molecular dynamics of crystal silicon on GPUs using OpenACC.

First-in-Class Allosteric Inhibitors of DNMT3A Disrupt ProteinProtein Interactions and Induce
Acute Myeloid Leukemia Cell Differentiation.

SAA fibrils involved in AA amyloidosis are similar in bulk and by single particle reconstitution: A
MAS solid-state NMR study. 2022, 100069

Contrasting Effect of Salts on the Binding of Antimalarial Drug Hydroxychloroquine with Different
Sequences of Duplex DNA.

A contemporary report on explications of flexible metal-organic frameworks with regards to
structural simulation, dynamics and material applications. 2022, 116041

Effects of Lipid Shape and Interactions on the Conformation, Dynamics, and Curvature of

628 Ultrasound-Responsive Liposomes. 2022, 14, 1512

Systematic simulation of the interactions of pleckstrin homology domains with membranes. 2022,
8,

Correlation-Based Feature Selection to Identify Functional Dynamics in Proteins. Journal of

626 Chemical Theory and Computation, 64 3

Long range allostery mediates the regulation of plasminogen activator inhibitor-1 by vitronectin.

90



(2022-2022)

624 Modulating co-translational protein folding by rational design and ribosome engineering. 2022, 13, fe)

Effect of temperature, pH, and terminal groups on structural properties of carbon
nanotube-dendrimer composites: A coarse-grained molecular dynamics simulation study. 2022,
363, 119825

622 On water reorientation dynamics in cation hydration shells. 2022, 363, 119886 o)

Effects of surface property of mixed clays on methane hydrate formation in nanopores: A
molecular dynamics study. 2022, 627, 681-691

Uncovering the role of impurity sugars on the crystallization of d-tagatose crystal: Experiments and

620 molecular dynamics simulations. 2022, 397, 133762

Artificial jelly channel inspired by the shark for sensing specific ions and environmental
perturbation. 2022, 26, 101047

Why does solvent treatment increase conductivity of PEDOT:PSS? Insight from molecular dynamics

618 . .
simulations.

Effects of Electric Field and Temperature on Interfacial Properties of Nano-SiO[Doped Silicone
Rubber Composites: A Molecular-Dynamics Study. 2022,

Binding mechanism of oseltamivir and influenza neuraminidase suggests perspectives for the

616 design of new anti-influenza drugs. 2022, 18, e1010343

Alteration of the Nucleotide Excision Repair (NER) Pathway in Soft Tissue Sarcoma. 2022, 23, 8360

614 Anomalous Infrared Absorbance of S?0O: A Perturbation Study of HCH/D. 2022, 126, 5490-5496 1

Theaflavin 3-gallate inhibits the main protease (Mpro) of SARS-CoV-2 and reduces its count in vitro.
2022, 12,

612 Molecular dynamics study of hydroxide ion diffusion in polymer electrolytes. 2022, 140, 107334

Electrostatic Interaction Tailored Anion-Rich Solvation Sheath Stabilizing High-Voltage Lithium
Metal Batteries. 2022, 14,

Anti-apoptotic Bcl-2 protein in apo and holo conformation anchored to the membrane: comparative

610 molecular dynamics simulations. 1-15

Conformational flexibility of a free and TCR-bound pMHC-I protein investigated by long-term
molecular dynamics simulations. 2022, 23,

Assessing the effect of a liquid water layer on the adsorption of hydrate anti-agglomerants using

608 . .
molecular simulations.

Electrocatalytic synthesis of adipic acid coupled with H2 production enhanced by a ligand

modification strategy. 2022, 13,

91



CITATION REPORT

Polymyxins induce lipid scrambling and disrupt the homeostasis of Gram-negative bacteria

606 membrane. 2022,

Deciphering the alphabet of disorder [Glu and Asp act differently on local but not global
properties.

604 Origin of Protein Quake: Energy Waves Conducted by a Precise Mechanical Machine.

On the Rapid Calculation of Binding Affinities for Antigen and Antibody Design and Affinity
Maturation Simulations. 2022, 11, 51

Molecular modelling of antiproliferative inhibitors based on SMILES descriptors using Monte-Carlo

602 method, docking, MD simulations and ADME/Tox studies. 1-17

Impact of Side Chain Hydrophilicity on Packing, Swelling and lon Interactions in Oxy-bithiophene
Semiconductors. 2204258

Driving the new generation histone deacetylase inhibitors in cancer therapy; manipulation of the

600 histone abbreviation at the epigenetic level: An in-silico approach.

CHARMM-GUI high-throughput simulator for efficient evaluation of proteinligand interactions
with different force fields. 2022, 31,

598  Efficient synthesis 1,4-cyclohexanedicarboxaldehyde by an engineered alcohol oxidase. 2022, 9,

Discovery of the Key Mutation Site Influencing the Thermostability of Thermomyces lanuginosus
Lipase by Rosetta Design Programs. 2022, 23, 8963

PNIPAM/Hexakis as a thermosensitive drug delivery system for biomedical and pharmaceutical
596 licati
applications. 2022, 12,

Molecular Insights into the Impacts of Calcite Nanoparticles on Methane Hydrate Formation.

Vacuum Interfacial Structure and X-ray Reflectivity of Imidazolium-Based lonic Liquids with
594 perfluorinated Anions from a Theory and Simulations Perspective. 2022, 126, 13936-13945

Absolute binding free energies of mucroporin and its analog mucroporin-M1 with the heptad
repeat 1 domain and RNA-dependent RNA polymerase of SARS-CoV-2. 1-12

Synthesis of water-compatible noncovalent imprinted microspheres for acidic or basic
592 biomolecules designed based on molecular dynamics. 2022, 125253

Prediction of Aggregation of Biologically-Active Peptides with the UNRES Coarse-Grained Model.
2022, 12, 1140

590 Effect of Solvent Quality on Structure and Dynamics of Lignin in Solution. 2022, 126, 5752-5764 1

Computational Biomaterials: Computational Simulations for Biomedicine. 2204798

92



(2022-)

588  Atomistic simulation of low-dimensional nanostructures toward extreme-scale supercomputing.

Gecko Adhesion on Flat and Rough Surfaces: Simulations with a Multi-Scale Molecular Model. 2201674

Rheological and Mechanical Properties of Thermoplastic Crystallizable Polyimide-Based
Nanocomposites Filled with Carbon Nanotubes: Computer Simulations and Experiments. 2022, 14, 3154

Phospholipid Monolayer/Graphene Interfaces: Curvature Effect on Lipid Morphology and Dynamics.
2022, 126, 6261-6270

3 Impact of Polydopamine Nanoparticle Surface Pattern and Roughness on Interactions with
5%4 Poly(ethylene glycol) in Aqueous Solution: A Multiscale Modeling and Simulation Study. 2022, 126, 6301-6313

Stable Cavitation Interferes with Af682 Oligomerization. 2022, 62, 3885-3895

582  Enhanced Water Evaporation from E5cale Graphene Nanopores. fe)

Why Many Molecular Simulation Research Findings Might Be False: An Analysis of Inter-Simulations
Differences Based on Simulation Time and Number of Replicas.

580 Interactions of curcuminB degradation products with the A#2 dimer: A computational study.

Using Metadynamics To Explore the Free Energy of Dewetting in Biologically Relevant Nanopores.

3 Molecular dynamics simulations of a central nervous system-penetrant drug AZD3759 with lipid
57 bilayer. 2022, 28,

Antibody binding increases the flexibility of the prion protein. 2022, 140827

6 Structure-activity relationships of mitochondria-targeted tetrapeptide pharmacological
57 compounds. 11,

Association strength of E6 to E6AP/p53 complex correlates with HPV-mediated oncogenesis risk.

Molecular Dynamics Simulations of Dodecane Detachment from Hydrophobic SiO2 Surfaces in
574 CTAB Solutions. 2022, 130020

Exploring the Energy Landscape of Riboswitches Using Collective Variables Based on Tertiary
Contacts. 2022, 167788

5 Probing interactions of aminoacyl-adenylate with Mycobacterium tuberculosis methionyl-tRNA
57 synthetase through in silico site-directed mutagenesis and free energy calculation. 1-9

Exploring the binding kinetics and behaviors of self-aggregated beta-amyloid oligomers to

phase-separated lipid rafts with or without ganglioside-clusters. 2022, 106874

93



CITATION REPORT

o Observation of strong synergy in the interfacial water response of binary ionic and non-ionic
57 surfactant mixtures.

Molecular Dynamics-Assisted Design of High Temperature-Resistant Polyacrylamide/Poloxamer
Interpenetrating Network Hydrogels. 2022, 27, 5326

Thriving in the heat [Lysine acetylation stabilizes the quaternary structure of a Mega-Dalton

568 hyperthermoactive PEP-synthase.

Tachykinin Neuropeptides and Amyloid [{2585) Assembly: Friend or Foe?. 2022, 144, 14614-14626

566  Enhanced lon Rejection in Carbon Nanotubes by a Lateral Electric Field. 2022, 38, 10065-10074 o)

Quantifying Chromosome Structural Reorganizations during Differentiation, Reprogramming, and
Transdifferentiation. 2022, 129,

Identification of new small molecule monoamine oxidase-B inhibitors through
564 pharmacophore-based virtual screening, molecular docking and molecular dynamics simulation fe)
studies. 1-22

JAX-ReaxFF: A Gradient-Based Framework for Fast Optimization of Reactive Force Fields.

562  Exploring the Dynamics of Shikimate Kinase through Molecular Mechanics. 2022, 2, 194-202

Microporous water with high gas solubilities. 2022, 608, 712-718

Molecular Dynamics Study of the Aggregation Behavior of N,N,N?,N?-Tetraoctyl Diglycolamide.

560 2022, 126, 6290-6300

Coarse-Grained Molecular Dynamics Simulation of Cobalt Nanoparticle in the n-OctacosaneWater
Mixture: The Effect of Water Concentration and Nanoparticle Size. 2022, 126, 13975-13985

558 Computational Design of Miniprotein Inhibitors Targeting SARS-CoV-2 Spike Protein. 1

C5aR2 receptor: The genomic twin of the flamboyant C5aR1.

6 Highly Efficient Near-Infrared Thermally Activated Delayed Fluorescent Emitters in Non-Doped
55 Electroluminescent Devices.

Critical Thicknesses of Free-Standing Thin Films of Molten Polymers: A Multiscale Simulation Study.

Highly Efficient Near-Infrared Thermally Activated Delayed Fluorescent Emitters in Non-Doped
554 Electroluminescent Devices.

Inhibition of Hepatitis E Virus Replication by Novel Inhibitor Targeting Methyltransferase. 2022, 14, 1778

94



552  Spectrin: an alternate target for cytoskeletal drugs. 1-12

Activation of TMEM16F by Inner Gate Charged Mutations and Possible Lipid/lon Permeation
Mechanisms. 2022,

550 Polyoxometalate Accelerated Cationic Migration for Reservoir Computing. 2204721 1

Electronic-Level Insight into Interfacial Effects and Their Induced Anisotropic lon Diffusion and lon
Selectivity in Nanochannels. 2022, 14, 37608-37619

3 Solvent Organization around Methane Dissolved in Archetypal Reline and Ethaline Deep Eutectic
54 Solvents as Revealed by AIMD Investigation.

Repurposing small molecules of Tephrosia purpurea against SARS-CoV-2 main protease. 1-12

546  Lipid Oxidation Controls Peptide Self-Assembly near Membranes.

An exploration of enhancing thermal stability of leather by hydrophilicity regulation: effect of
hydrophilicity of phenolic syntan. 2022, 4,

Research progress of molecular dynamics simulation on the formation-decomposition mechanism
544 and stability of CO2 hydrate in porous media: A review. 2022, 167, 112820

Solvation properties of silver ions in ionic liquids using attenuated total reflectance ultraviolet
spectroscopy. 2022, 364, 119998

542  Accelerating water unidirectional transport efficiency through carbon nanotubes. 2022, 804, 139912 o)

Effect of mixed surfactants on foam stabilization: A molecular dynamics simulation. 2022, 365, 120096

o Anionic lipids induce a fold-unfold transition in the membrane-translocating Engrailed
54 homeodomain. 2022, 1864, 184030

Nucleation and crystallization mechanism of heavy hydrocarbons in natural gas under flow field.
2022, 365, 120053

3 Superhydrophilicity of Balumina surfaces results from tight binding of interfacial waters to specific
53°  aluminols. 2022, 628, 943-954

A colloidal aqueous electrolyte modulated by oleic acid for durable zinc metal anode. 2023, 451, 138589

= Dynamics of cooperative transport by multiple kinesin motors and diffusing microtubule-associated
proteins.

Calcium binding and permeation in TRPV channels: insights from molecular dynamics simulations.

95



CITATION REPORT

Observation of H 2 Evolution and Electrolyte Diffusion on MoS 2 Monolayer by in situ Liquid-phase
534 Transmission Electron Microscopy. 2206066

End-pulled polymer translocation through a many-body flexible pore. 2022, 259, 125305

532  Water to cyclohexane transfer free energy calculations for a carbon nanotube. 2022, 9, 100215 o)

Understanding speciation and solvation of glyphosate from first principles simulations. 2022, 365, 120154

o The role of the excluded volume in the molecular dynamics for molecular systems revealed by the
53 direct computational approach. 2022, 366, 120321

Understanding CO2 absorption by an ammonium-based ionic liquid confined in porous carbon
material under applied voltage. 2022, 366, 120227

Relationship between cellulolytic enzyme lignin structural and lignin nanoparticle-polyvinyl alcohol

526 membrane property: Insights from monolignols and molecular dynamics simulations. 2022, 188, 115673

Water transport through a graphene channel with different cross-sectional shapes. 2022, 366, 120241

On the role of alkanethiol Au complex in the formation of gold deposits; an in-silico approach. 2022

526 610,121101

Distinct mode of membrane interaction and disintegration by diverse class of antimicrobial
peptides. 2022, 1864, 184047

5 Effects of marine environments on methane hydrate formation in clay nanopores: A molecular
524 dynamics study. 2022, 852, 158454

Amphiphile regulated ionic-liquid-based aqueous biphasic systems with tunable LCST and
extraction behavior. 2022, 654, 130172

522 Computational tools for aptamer identification and optimization. 2022, 157, 116767 fe)

Promoting desalination performance of carbon nanotubes through cationic and anionic surface
modifications. 2023, 607, 154971

Structural elucidation of a novel polysaccharide from Ophiopogonis Radix and its self-assembly

529 mechanism in aqueous solution. 2023, 402, 134165

Structural communication between the GTPase Sec4p and its activator Sec2p: Determinants of GEF
activity and early deformations to nucleotide release. 2022, 20, 5162-5180

Determination of specific and non-specific proteinprotein interactions for beta-lactoglobulin by

G analytical ultracentrifugation and membrane osmometry experiments. 2022, 18, 6739-6756

Reconstructing reactivity in dynamic hostguest systems at atomistic resolution: amide hydrolysis

under confinement in the cavity of a coordination cage. 2022, 13, 11232-11245




514

512

510

508

506

504

502

500

Lipidomic analysis probes lipid coronas on hydrophilic nanoparticles from natural lung surfactant.

Molecular dynamics study of the interactions between a hydrophilic polymer brush on graphene
and amino acid side chain analogues in water. 2022, 24, 22877-22888

Structure and diffusive dynamics of aspartate Hecarboxylase (ADC) liganded with d-serine in
aqueous solution. 2022, 24, 20336-20347

Anti-ESBL derivatives of marine endophytic Streptomyces xiamenensis GRG 5 (KY457709) against
ESBL producing bacteria. 2022, 46, 16495-16508

Magnetic cross-linked enzyme aggregate based on ionic liquid modification as a novel immobilized
biocatalyst For phytosterol esterification.

Predicting mixing free energy using mutual ghosting.

Development of antithrombotic peptides based on the molecular interactions between von
Willebrand factor and GP1bH2022, 24, 22670-22678

Molecular dynamics simulation study of adsorption of anionicBonionic surfactants at oil/water
interfaces. 2022, 12, 27330-27343

Effects of the structure of lipid-based agents in their complexation with a single stranded mRNA
fragment: a computational study. 2022, 18, 6229-6245

Site-specific water dynamics in the first hydration layer of an anti-freeze glyco-protein: a simulation
study. 2022, 24, 21165-21177

Charge Transfer Regulated by Domain Differences between Host and Guest Donors in Ternary
Organic Solar Cells.

A Molecular Dynamics Simulation Study of Amine-Carboxyl lonic Interactions and Their Distribution
in a Polysiloxanes Network. 2022, 61, 844-859

Zymography assisted quick purification, characterization and inhibition analysis of K. pneumoniae
alkaline phosphatase by mercury and thiohydroxyal compounds. 2023, 201, 106185

Rational design of an anti-cancer peptide inhibiting CD147 / Cyp A interaction. 2023, 1272, 134160

13.2% EQE near-infrared TADF OLED with emission peak at 761hm. 2023, 452, 139534

Molecular dynamics simulation and machine learning for predicting hydrogen solubility in water:
Effects of temperature, pressure, finite system size and choice of molecular force fields. 2023, 564, 111725

Immobilization of modular peptides on graphene cocktail for differentiation of human
mesenchymal stem cells to hepatic-like cells. 10,

Molecular Insights into the Role of Water in Early-stage Human Amylin Aggregation.

97



CITATION REPORT

3 Possible Mechanisms of 4-Hexylresorcinol Influence on DNA and DNADps Nanocrystals Affecting
49 Stress Sustainability of Escherichia coli. 2022, 16, 726-737

Exploring the misfolding and self-assembly mechanism of TTR (105f15) peptides by all-atom
molecular dynamics simulation. 9,

156 QM/MM Simulations for the Broken-Symmetry Catalytic Reaction Mechanism of Human Arginase I.
2022, 7,32536-32548

Applications of Molecular Dynamics Simulation in Protein Study. 2022, 12, 844

Identification of natural inhibitors to inhibit C. acnes lipase through docking and simulation studies.
494 2022, 28,

The role of structural dynamics in the thermal adaptation of hyperthermophilic enzymes. 9,

. In silico designing of a novel epitope-based candidate vaccine against Streptococcus pneumoniae
492 with introduction of a new domain of PepO as adjuvant. 2022, 20,

Molecular insights into the interaction of apo-lactoferrin with the receptor binding domain of the
SARS-CoV-2 spike protein: a molecular dynamics simulation study. 1-14

Effects of preheating temperatures on flactoglobulin structure and binding interaction with
490 dihydromyricetin. 2022, 3,

Anticancer 5-arylidene-2-(4-hydroxyphenyl)aminothiazol-4(5 H )-ones as tubulin inhibitors.

Formation Mechanism of Inter-Crosslink in DNA by Nitrogen Oxides Pollutants through A

488 Diazonium Intermediate. 2022, 23, 10621

Molecular Dynamics Simulations on the Elastic Properties of Polypropylene Bionanocomposite
Reinforced with Cellulose Nanofibrils. 2022, 12, 3379

Structure and dynamics of a 1,4-polybutadiene melt in an alumina nanopore: A molecular dynamics

48 simulation. 2022, 157, 124901

Fine adjustments of thermo-vibrations between residues surrounding the active center in protein
using dual artificial intelligence approaches and computer simulations. 2022, 12, 095305

3 Identification of Potential New Aedes aegypti Juvenile Hormone Inhibitors from N-Acyl Piperidine
4°4 " Derivatives: A Bioinformatics Approach. 2022, 23,9927

Benchmarking coarse-grained models of organic semiconductors via deep backmapping. 10,

482 Chemigenetic indicators based on synthetic chelators and green fluorescent protein. 1

Identifying the Template for Oligomer to Fibril Conversion for Amyloid-f{1-42) Oligomers using

Hamiltonian Replica Exchange Molecular Dynamics.

98



(2022-)

480 Divalent cation induced reentrant condensation behavior for lipopolysaccharides. o)

Investigation of structureBctivity relationship: In silico studies of [1, 2, 4]triazolo[4, 3-a]pyridine
ureas as P38 kinase inhibitors.

3 Conjugates of Desmycosin with Fragments of Antimicrobial Peptide Oncocin: Synthesis,
47 Antibacterial Activity, Interaction with Ribosome. 2022, 87, 871-889

Chiral Hydrogel Accelerates Re-Epithelization in Chronic Wounds via Mechanoregulation. 2201032

476  Oleanolic Acid as a Possible Inhibitor of Pfn2: In silico Approach. o

QuasAr Odyssey: the origin of fluorescence and its voltage sensitivity in microbial rhodopsins. 2022
I 13!

Function-Related Asymmetry of the Interactions between Matrix Loops and Conserved Sequence
474 Motifs in the Mitochondrial ADP/ATP Carrier. 2022, 23, 10877

Review of Electrostatic Force Calculation Methods and Their Acceleration in Molecular Dynamics
Packages Using Graphics Processors. 2022, 7, 32877-32896

Electric Field Effect on Inhibiting the Co-fibrillation of Amyloid Peptides by Modulating the
472 Aggregation Pathway.

Glycosylated Flavonoid Compounds as Potent CYP121 Inhibitors of Mycobacterium tuberculosis.
2022, 12,1356

Mechanochemical fabrication of geopolymer composites based on the reinforcement effect of
47° " microfibrillated cellulose. 2022,

In silico elucidation of the interactions of thymoquinone analogues with phosphatase and tensin
homolog (PTEN). 2022, 28,

Modeling Absorption and Emission Spectroscopies of Symmetric and Asymmetric Azaoxahelicenes
in Vacuum and Solution. 2022, 126, 6467-6472

Discovery of Highly Potent and Selective Matrix Metalloproteinase-7 Inhibitors by Hybridizing the
S1? Subsite Binder with Short Peptides.

Assessing the effects of ftriketone herbicides on HPPD from environmental bacteria using a
combination of in silico and microbiological approaches.

Effects of the pH Value on the Electrodeposition of FeP Alloy as a Magnetic Film Material. 2022,
126, 15472-15484

6 Binding of human serum albumin with uranyl ion at various pH: an all atom molecular dynamics
454 study. 1-11

Graphdiyne oxide nanosheets display selective anti-leukemia efficacy against DNMT3A-mutant

AML cells. 2022, 13,

99



CITATION REPORT

High-Throughput Nanopore Fabrication and Classification Using Xe-lon Irradiation and Automated

462 Pore-Edge Analysis.

Biotinylation Eliminates the Intermediate State of Top7 Designed with an HIV-1 Epitope. 2022, 126, 7331-73420

Studies on the Selectivity Mechanism of Wild-Type E. coli Thioesterase TesA and Its Mutants for

460 Medium- and Long-Chain Acyl Substrates. 2022, 12, 1026

Expanding the Substrate Scope of Native Amine Dehydrogenases through In Silico Structural
Exploration and Targeted Protein Engineering.

3 Survey of ACCase and ALS resistance in winter annual grasses identifies target-site and
45 nontarget-site imazamox resistance in Secale cereale .

Identification of hydantoin based Decaprenylphosphoryl-fd-Ribose Oxidase (DprE1) inhibitors as
antimycobacterial agents using computational tools. 2022, 12,

6 Probing Factor Xa Proteinlligand Interactions: Accurate Free Energy Calculations and
45 Experimental Validations of Two Series of High-Affinity Ligands.

Directed Self-Assembly of Conducting Polymer Nanofilms on Single-Crystalline Ice Facets.

CalciteBrine Interface and Its Implications in Oilfield Applications: Insights from Zeta Potential
454 Experiments and Molecular Dynamics Simulations. 2022, 36, 11950-11961

Molecular Dynamics Research of Spatial Orientation and Kinetic Energy of Active Site Collision of
Carnosine under Weak Microwave Irradiation. 2022, 126, 7686-7700

5 Unconventional interfacial water structure of highly concentrated aqueous electrolytes at negative
45 electrode polarizations. 2022, 13,

Confinement Effects on Distribution and Transport of Neutral Solutes in a Small Hydrophobic
Nanopore. 2022, 126, 7781-7795

450 Volumetric Properties of the Transition State Ensemble for Protein Folding. 2022, 126, 7615-7620 1

Interactions of CurcuminB Degradation Products with the A#2 Dimer: A Computational Study.
2022, 126, 7627-7637

448 Experimental and Theoretical Raman Spectroscopy of Isotopically Pure and Diluted Ice VI. 1

Single-sequence protein structure prediction using a language model and deep learning.

446 Evidence of Formation of Monolayer Hydrated Salts in Nanopores. 0

Dissolution of nitrones in alkylphosphates: a structural study. 2022, 120517

100



(2022-)

444 Inhibition of nonstructural protein 15 of SARS-CoV-2 by golden spice: A computational insight. 2

A New Formulation for the Concerted Alchemical Calculation of van der Waals and Coulomb
Components of Solvation Free Energies.

Hydrogen Bond Thermodynamics in Aqueous Acid Solutions: A Combined DFT and Classical
442 Force-Field Approach.

Revealing Hydrogen Bond Dynamics between lon Pairs in Binary and Reciprocal lonic Liquid
Mixtures. 2022, 120515

° Molecular dynamics identifies semi-rigid domains in the PD-1 checkpoint receptor bound to its
44 natural ligand PD-L1. 10,

Removing forever chemicals via amphiphilic functionalized membranes. 2022, 5,

3 Isocitrate binds to the itaconic acid-responsive LysR-type transcriptional regulator RipR in
43 Salmonella pathogenesis. 2022, 102562

A dynamical view of protein-protein complexes: Studies by molecular dynamics simulations. 9,

6 Biomimetic nanoprodrugs from fatty acid modified camptothecin and albumin for enhanced
43 pharmacotherapy. 2022,

Hydrogen-bonds mediate liquid-liquid phase separation of mussel derived adhesive peptides. 2022,
13,

Effect of Disulfide Bridge on the Binding of SARS-CoV-2 Fusion Peptide to Cell Membrane: A
434 Coarse-Grained Study.

Evaluation of wound healing effect of Mallotus philippensis (Lam.) Mull. Arg. by in silico
multitargets directed for multiligand approach. 2022, 10,

Curvature model for nanoparticle size effects on peptide fibril stability and molecular dynamics
432 simulation data. 2022, 45, 108598

Statistical Mechanics of Dimerizations and its Consequences for Small Systems.

Molecular Intercalation in Black Phosphorus with Tunable Bandgaps for Infrared Photoelectric
439 Materials.

Molecular engineering of fluoroether electrolytes for lithium metal batteries.

A wrinkled nanosurface causes accelerated protein unfolding revealing its critical role in

428 notoxicity. 2022, 12, 30976-30984

Virtual Screening of Bursaphelenchus xylophilus AChE Inhibitors Based on Molecular Docking from

the Natural Products Database. 2022, 10, 307-317

101



CITATION REPORT

Molecular understanding of charge effect on desalination performance in lamellar MoS2

26
4 membranes.

Partial peptide dissociation and binding groove plasticity in two major histocompatibility complex
class | alleles [Hifferences between alleles versus force field and sampling effects. 2022, 12, 29908-29914

424 FPGA-Accelerated Tersoff Multi-body Potential forfMolecular Dynamics Simulations. 2022, 17-31 0

Biological effect of black phosphorus nanosheets to the interaction between SARS-CoV-2 S protein
and ACE2.

Improving IDP Theoretical Chemical Shift Accuracy and Efficiency Through a Combined

422 MD/ADMA/DFT and Machine Learning Approach.

A review on application of molecular simulation technology in food molecules interaction. 2022, 5, 1873-1881

420 Insilico method on identifying the key residues in a knot ted protein: with MJ0366 as an example. fe)

Conformational Preferences of Pyridone Adenine Dinucleotides from Molecular Dynamics
Simulations. 2022, 23, 11866

418 Inhibitory Effects of Myriocin on Non-Enzymatic Glycation of Bovine Serum Albumin. 2022, 27, 6995 o)

Evidence and Impacts of Nanoplastic Accumulation on Crop Grains. 2202336

An in-silico insight into the predictive interaction of Apolipoprotein-E with Epstein-Barr virus

416 proteins and their probable role in mediating AlzheimerH disease. 1-9

Me-Better Drug Design Based on Nevirapine and Mechanism of Molecular Interactions with Y188C
Mutant HIV-1 Reverse Transcriptase. 2022, 27, 7348

. Can Linear Conjugated Polymers Form Stable Helical Structures on the Carbon Nanotubes?. 2022,
44 14,49189-49198

Tacticity and lonization Effects on Adsorption Behavior of Poly(acrylic acid) and Poly(methacrylic
acid) at the CCl4H20 Interface Revealed by MD Simulations.

412 Solubility of Methane in Water: Some Useful Results for Hydrate Nucleation. 2022, 126, 8553-8570 2

Nontoxic and Naturally Occurring Active Compounds as Potential Inhibitors of Biological Targets in
Liriomyza trifolii. 2022, 23, 12791

Hierarchical Virtual Screening and Binding Free Energy Prediction of Potential Modulators of Aedes

419 Aegypti Odorant-Binding Protein 1. 2022, 27, 6777

Increasing the Realism of in Silico pHLIP Peptide Models with a Novel pH Gradient CoHMD Method.

102



(2022-)

A Coarse-Grained Molecular Dynamics Description of Docetaxel-Conjugate Release from PLGA

408 Matrices.

Stable nanovesicles formed by intrinsically planar bilayers. 2022,

Hydrophobicity Determines the Bacterial Killing Rate of BEHelical Antimicrobial Peptides and

406 Influences the Bacterial Resistance Development.

Molecular dynamics simulation of the antigenBntibody complex formation process between hen
egg-white lysozyme and HyHEL-10.

° How Does Gecko Keratin Stick to Hydrophilic and Hydrophobic Surfaces in the Presence and
494 Absence of Water? An Atomistic Molecular Dynamics Investigation.

Phase equilibria molecular simulations of hydrogen hydrates via the direct phase coexistence
approach. 2022, 157, 154501

Computational and Structural Analysis to Assess the Pathogenicity of Bardet-Biedl Syndrome

492 Related Missense Variants Identified in Bardet-Biedl Syndrome 10 Gene (BBS10). 2022, 7, 37654-37662

Quantum-based machine learning and Al models to generate force field parameters for drug-like
small molecules. 9,

Enhanced Compatibility and Selectivity in Mixed Matrix Membranes for Propylene/Propane

400 Separation.

Origins of the pH-Responsive Photoluminescence of Peptide-Functionalized Au Nanoclusters.

Adsorption of Capsaicin into the nanoconfined interlayer space of montmorillonite by DFT
398 calculations. 2022,

Continuous and First-Order LiquidBolid Phase Transitions in Two-Dimensional Water. 2022, 126, 8892-8899

396  Poly(N-isopropylacrylamide) Microgel Lubricants with High Friction Sensitivity. 1

Experimental and computational studies of polycarboxylate dispersant effect on the properties of
low-rank coal water slurries.

Insights into Molecular Mechanisms of EGCG and Apigenin on Disrupting Amyloid-Beta Protofibrils
394 Based on Molecular Dynamics Simulations. 2022, 126, 8155-8165

Kinetics of Acid-Catalyzed Dehydration of Alcohols in Mixed Solvent Modeled by Multiscale
DFT/MD. 13193-13206

5 Effects of the Na+/Ca2+ Ratio and Cation Type in the Montmorillonite Interlayer on the
39 Intercalated Methane Hydrate Formation: Insights from Molecular Dynamics Simulations.

Molecular Mechanism of Hydrotropic Properties of GTP and ATP. 2022, 126, 8486-8494

103



CITATION REPORT

390 Molecular Simulation of Statherin Adsorption on Hydroxyapatite (001) Surface. 2201289 o)

Masitinib analogues with the N-methylpiperazine group replaced- a new hope for the development
of anti-COVID-19 drugs. 2022, 102397

Multifunctionality and mechanism of processivity of family GH5 endoglucanase, RFGH5_4 from
Ruminococcus flavefaciens on lignocellulosic polymers. 2022,

Structure and Dynamics of Human Chemokine CCL16Implications for Biological Activity. 2022, 12, 1588

In vitro and in silico characteristics of doxorubicin-loaded four polymeric-based
386  polysaccharides-modified super paramagnetic iron oxide nanoparticles for cancer chemotherapy o)
and magnetic resonance imaging. 1-14

Modeling Chemical Reactions in Alkali CarbonateBlydroxide Electrolytes with Deep Learning

Potentials.

3 A new Molecular Insight in Effects of Alcohol Co-solvents on Miscibility of Anhydrous
3%4 Ethanol/Diesel Blends. 1-27

Deciphering the Alphabet of DisorderGlu and Asp Act Differently on Local but Not Global

Properties. 2022, 12, 1426

382 Structures of the TMC-1 complex illuminate mechanosensory transduction. 2022, 610, 796-803 2

Long-range allostery mediates the regulation of plasminogen activator inhibitor-1 by cell adhesion
factor vitronectin. 2022, 102652

Identifying Strategies to Experimentally Probe Multidimensional Dynamics in the Ribosome. 2022,
126, 8460-8471

Recognition of the Ligand-Induced Spatiotemporal Residue Pair Pattern of B-Adrenergic
Receptors Using 3-D Residual Networks Trained by the Time Series of Protein Distance Maps. 2022,

3 Direct experimental observation of blue-light-induced conformational change and intermolecular
37 interactions of cryptochrome. 2022, 5,

Computational study of potential inhibitors for fat mass and obesity-associated protein from
seaweed and plant compounds. 10, e14256

6 Pharmacophore modeling, docking and molecular dynamics simulation for identification of novel
37 human protein kinase C beta (PKCHinhibitors.

Cohesin and CTCF complexes mediate contacts in chromatin loops depending on nucleosome
positions. 2022,

Prediction of surface excess adsorption and retention factors in reversed-phase liquid
374 chromatography from molecular dynamics simulations. 2022, 463627

A backbone-dependent rotamer library with high (?, [) coverage using metadynamics simulations.

104



372

370

358

356

Adsorption Behaviors of Different Components of Shale Oil in Quartz Slits Studied by Molecular
Simulation.

Computational Study of the pH-Dependent lonic Environment around flL.actoglobulin.

High-Throughput Molecular Dynamics-Based Alchemical Free Energy Calculations for Predicting the
Binding Free Energy Change Associated with the Selected Omicron Mutations in the Spike
Receptor-Binding Domain of SARS-CoV-2. 2022, 10, 2779

Comparative analyses and molecular videography of MD simulations on WT human SOD1. 2022,
1217, 113929

Excitations Follow (or Lead?) Thermodynamic Scaling in Propylene Carbonate.

Organic solvents aggregating and shaping structural folding of protein, a case study of the
protease enzyme. 2022, 291, 106909

Open protocols for docking and MD-based scoring of peptide substrates. 2022, 2, 100044

Unravelling viral dynamics through molecular dynamics simulations - A brief overview. 2022, 291, 106908

Effects of cholesterol and temperature on structural properties and dynamic behavior of niosome
bilayers with melatonin Inclusion: A Coarse-Grained simulation study. 2022, 368, 120686

Lycopene, but not zeaxanthin, serves as a skeleton for the formation of an orthorhombic
organization of intercellular lipids within the lamellae in the stratum corneum: Molecular dynamics
simulations of the hydrated ceramide NS bilayer model. 2023, 1865, 184081

In silico assessment of missense point mutations on human cathelicidin LL-37. 2023, 118, 108368

Effect of carbon nanotube diameter on water transfer through disjoint carbon nanotubes in the
lateral electric fields. 2023, 565, 111733

Free energy reconstruction/decomposition from WHAM, force integration and free energy
perturbation for an umbrella sampling simulation. 2023, 565, 111736

Structure and interaction between the novel graphene-like planar biphenylene network and DNA:
Molecular dynamics simulations. 2023, 146, 115547

The influence mechanism of pH and hydrothermal processing on the interaction between
cyanidin-3-O-glucoside and starch. 2023, 136, 108234

Solid state synthesis of bispyridyl-ferrocene conjugates with unusual site selective 1,4-Michael
addition, as potential inhibitor and electrochemical probe for fibrillation in amyloidogenic protein.
2023, 1273, 134362

Basket-type G-quadruplex with two tetrads in the presence of TMAO and urea: A molecular
dynamics study. 2023, 1274, 134375

Surface-chemistry-driven water dissociation on cobalt-based graphene hybrid from molecular

dynamics simulations.

105



CITATION REPORT

354 lon formation mechanism of cortisone molecules and clusters in charged nanodroplets. o

Focal Opening of the Neuronal Plasma Membrane by Shock-induced Bubble Collapse for Drug
Delivery. A Coarse-Grained Molecular Dynamic Simulation.

Nanoparticle size and surface chemistry effects on mechanical and physical properties of
352 nano-reinforced polymers: The case of PVDF-Fe304 nano-composites. 2023, 117, 107851

Characterization of kaolinite-3-aminopropyltriethoxysilane intercalation complexes. 2023, 231, 106753

Molecular study of endo and phytocannabinoids on lipid membranes of different composition.
359 2023, 221,113020

Molecular simulation studies on the water/methane two-phase flow in a cylindrical silica nanopore:
Formation mechanisms of water lock and implications for gas hydrate exploitation. 2023, 333, 126258

3 Identification of novel BRD4 inhibitors by pharmacophore screening, molecular docking, and
34 molecular dynamics simulation. 2023, 1274, 134363

The common genes involved in the pathogenesis of Alzheimer’s disease and type 2 diabetes and
their implication for drug repositioning. 2023, 223, 109327

6 An in vitro and computational validation of a novel loss-of-functional mutation in PAX9 associated
34 with non-syndromic tooth agenesis.

Lipid-mediated prestin organization in outer hair cell membranes and its implications in sound
amplification. 2022, 13,

Study of FA12 peptide-modified PEGylated liposomal doxorubicin (PLD) as an effective ligand to
344 target Muc1 in mice bearing C26 colon carcinoma: in silico, in vitro, and in vivo study.

Brownian ratchet for directional nanoparticle transport by repetitive stretch-relaxation of DNA.
2022, 106,

5 The Role of Oxidation Pattern and Water Content in the Spatial Arrangement and Dynamics of
34 Oxidized Graphene-Based Aqueous Dispersions. 2022, 23, 13459

Surface functionalization of graphene nanosheet with poly (l-histidine) and its application in drug
delivery: covalent vs non-covalent approaches. 2022, 12,

Quantifying the Effects of Lossy Compression on Energies Calculated from Molecular Dynamics
340 Trajectories.

Stability and conformational memory of electrosprayed and rehydrated bacteriophage MS2 virus
coat proteins. 2022,

338 The effect of intra-molecular bonds on the liquid-liquid critical point in modified-WAC models. o)

Topological origin of the protein folding transition. 2022, 106,

106



(2022-2022)

- Hydrogen-bonded networks in alcohol-acetone binary mixtures: molecular dynamics study. 2022, o
28,

Exploring Membrane Binding Targets of Disordered Human Tau Aggregates on Lipid Rafts Using
Multiscale Molecular Dynamics Simulations. 2022, 12, 1098

Identification of novel interferon responsive protein partners of human leukocyte antigen A
334 (HLA-A) using cross-linking mass spectrometry (CLMS) approach. 2022, 12,

Enabling Donor:Acceptor Bicontinuous Networks via Short Contacts in Double-Cable Polymers with
Pendant Rylene Diimides.

332 Synthesis of mixed methane-ethylene hydrate with ice powder. 2022, o)

Explicit Models of Motion to Understand Protein Side-Chain Dynamics. 2022, 129,

330 ldentification of Doxorubicin as Repurposing Inhibitory Drug for MERS-CoV PLpro. 2022, 27, 7553 fe)

NoscapineAmino Acid Conjugates Suppress the Progression of Cancer Cells.

Modelling diffusive transport of particles interacting with slit nanopore walls: The case of

328 fullerenes in toluene filled alumina pores. 2022, 120636

An allosteric modulator activates BK channels by perturbing coupling between Ca2+ binding and
pore opening. 2022, 13,

Reactive Vortexes in a Naturally Activated Process: Non-Diffusive Rotational Fluxes at Transition
State Uncovered by Persistent Homology. 2022, 126, 9297-9308

Dynamic Dissociation Behaviors of sll Hydrates in Liquid Water by Heating: A Molecular Dynamics
Simulation Approach.

Identification of Active Compounds against Melanoma Growth by Virtual Screening for
324 Non-Classical Human DHFR Inhibitors. 2022, 23, 13946

In silico designed microtubule-stabilizer drugs against tauopathy in Alzheimer disease. 1-21

Binding of the peptide deformylase on the ribosome surface modulates the exit tunnel interior.

322 2022,

Theoretical Study at the Molecular Mechanics Level of the Interaction of Tetracycline and
Chloramphenicol with the Antibiotic Receptors Present in Enterococcus faecalis (Q839F7) and
Streptococcus mutans (Q8DS20). 2022, 11, 1640

Microscopic Study on the Performance Optimization of Porous lonic Liquids for CO2 Capture by

320 selection of Crown Ether Solvents.

Side chain engineering enhances the high-temperature resilience and ambient stability of organic

synaptic transistors for neuromorphic applications. 2022, 104, 107985

107



CITATION REPORT

Nucleation Rate Theory for Coordination Number: Elucidating Water-Mediated Formation of a

318 Zigzag Na2S04 Morphology.

Practical Guidance for Consensus Scoring and Force Field Selection in Proteinlligand Binding Free
Energy Simulations.

316  Novel Ascorbic Acid Co-Crystal Formulations for Improved Stability. 2022, 27, 7998 0

Germline mutations of p53 tumor gene linked to Li-Fraumeni syndrome (LFS) are associated with an
increased risk of cancer.

314 C3N Nanodots Impede AfPeptides Aggregation Pathogenic Path in Alzheimer's Disease. o)

What makes 1,3-dioxolane an efficient sl hydrate former?. 2023, 334, 126714

Binding pose prediction of a drug candidate, cepharanthine, targeting the SARS-Cov-2 spike protein

312 using large-scale MD simulations. 2022,

Molecular dynamics study of the environmental stress cracking agent assisted cavitation in linear
and branched polyethylene. 2023, 264, 125542

Deep Learning Models for the Estimation of Free Energy of Permeation of Small Molecules across

310 Lipid Membranes.

Temperature-dependent structure and performance evolution of Water-in-saltlélectrolyte for
supercapacitor. 2023, 55, 205-213

Molecular insight into nano-heterogeneity of localized high-concentration electrolyte: Correlation
with lithium dynamics and solid-electrolyte interphase formation. 2023, 557, 232545

In silico study of selective inhibition mechanism of S-adenosyl-L-methionine analogs for human
DNA methyltransferase 3A. 2023, 102, 107796

Space and charge effect on the desalination performance of BNNT(8,8) membranes: A molecular
dynamics study. 2023, 812, 140266

Plasma membrane lipid bilayer is druggable: Selective delivery of gemcitabine-squalene
nano-medicine to cancer cells. 2023, 1869, 166614

Interfacial corrosion behavior between O atoms and alloy elements at iron-liquid LBE interface by
304 first-principles molecular dynamics. 2023, 390, 116112

The tailoring of nanofiltration membrane structure for mono/divalent anions separation via
precisely adjusting the reaction site distance. 2023, 668, 121252

Insights into pathways and solvent effects of fructose dehydration to 5-hydroxymethylfurfural in

392 jcetonellater solvent. 2023, 267, 118352

Role of supramolecular steric compression during photoinduced intramolecular hydrogen

abstraction reactions of ketones and thioketones. 2023, 437, 114442

108



New insights into the effect of mutations on affibody-Fc interaction, a molecular dynamics

399 simulation approach. 2023, 215, 107925

A model for water sorption isotherms and hydration forces in sugar surfactants. 2023, 633, 343-351

3 Phosphorylation of T897 in the dimerization domain of Gemin5 modulates protein interactions and
29 translation regulation. 2022, 20, 6182-6191

Electron transport via tyrosine-doped oligo-alanine peptide junctions: role of charges and hydrogen
bonding. 2022, 24, 28878-28885

296 How Do Salt and Lipids Affect Conformational Dynamics of ASbeta$42 Monomers in Water?. o)

The role of surface activity on the amyloid fibrillation pathway of bovine serum albumin upon
interaction with glyphosate. 2022,

5 Molecular dynamics simulation study on Bacillus subtilis EngA: the presence of Mg2+ at the
94 active-sites promotes the functionally important conformation. 1-13

Two O-methyltransferases from Phylogenetically Unrelated Cow Parsley (Anthriscus sylvestris) and
Hinoki-asunaro (Thujopsis dolabrata var. hondae) as a Signature of Lineage-specific Evolution in
Lignan Biosynthesisl]

292 Tissue Forge: Interactive Biological and Biophysics Simulation Environment. o)

Sampling the Bulk Viscosity of Water with Molecular Dynamics Simulation in the Canonical
Ensemble. 2022, 126, 10172-10184

Polycations inclusion to simultaneously boost permeation and selectivity of two-dimensional TaS2
299 membranes for acid recovery. 2022, 122759
In Silico and Structure-Based Assessment of Similar Variants Discovered in Tandem Repeats of
BRCT Domains of BRCA1 and BARD1 To Characterize the Folding Pattern. 2022, 7, 44772-44785

5-Methyl-cytosine stabilizes DNA but hinders DNA hybridization revealed by magnetic tweezers

288 and simulations. 2022, 50, 12344-12354

Stabilizing the MXene by lon Confinement Shielding in a Wide Temperature Range. 2200309

286 Insilico and structure-based assessment to classify VUS identified in the Fhelical domain of BRCA2. 1-11 o)

Molecular dynamics articulated multilevel virtual screening protocol to discover novel dual PPAR
HAagonists for anti-diabetic and metabolic applications.

284 DeepPROTACs is a deep learning-based targeted degradation predictor for PROTACs. 2022, 13, 2

Hydration Structures and Dynamics of the Sodium Fluoride Aqueous Solutions at Various

Temperatures: Molecular Dynamics Simulations.

109



CITATION REPORT

Confining donor conformation distributions for efficient thermally activated delayed fluorescence

= with fast spin-flipping.

Path Sampling Simulations Reveal How the Q61L Mutation Alters the Dynamics of KRas. 2022, 126, 10034-10044

Resolving the Impact of Hydrogen Bonding on the Phyllogquinone Cofactor through

280 Two-Dimensional Infrared Spectroscopy. 2022, 126, 10120-10135

Tuning gold-based surface functionalization For streptavidin detection: A combined simulative and
experimental study. 9,

278  Predicting BloodBrain Barrier Permeation of Erlotinib and JCN037 by Molecular Simulation. o

Hydrophobicity of arginine leads to reentrant liquid-liquid phase separation behaviors of
arginine-rich proteins. 2022, 13,

Theoretical Studies of Leu-Pro-Arg-Asp-Ala Pentapeptide (LPRDA) Binding to Sortase A of

276 Staphylococcus aureus. 2022, 27, 8182

The Binding Specificity of PAB1 with Poly(A) mRNA, Regulated by Its Structural Folding. 2022, 10, 2981

Thermodynamic Driving Forces for Divalent Cations Binding to Zwitterionic Phospholipid
274 Membranes. 2022, 13, 11237-11244

Uptake mechanism of iron-phytosiderophore from the soil based on the structure of yellow stripe
transporter. 2022, 13,

Brazilin from Caesalpinia sappan inhibits viral infection against PRRSV via CD1638RCR5 MARC-145
272 cells: an in silico and in vitro studies. 2022, 12,
Bidirectional Transport Phenomenon of lons in Electric Fields Due to the Cluster Formation in
Two-Dimensional Graphene Channels.

0 Vibrational Sum Frequency Generation Spectra of Water-Vapor Interfaces Covered by Alcohols:
7 Effects of Surface Coverage and Coupling between Oscillators.

Formulation and Skin Permeation of Active-Loaded Lipid Nanoparticles: Evaluation and Screening

by Synergizing Molecular Dynamics Simulations and Experiments.

Hybrid Molecular Magnets with Lanthanide- and Countercation-Mediated Interfacial Electron

268 Transfer between Phthalocyanine and Polyoxovanadate.

The H163A Mutation Unravels an Oxidized Conformation of the SARS-CoV-2 Main Protease and
Opens a New Avenue for Anti-Viral Therapeutic Design.

Arare loss-of-function genetic mutation suggest a role of dermcidin deficiency in hidradenitis

266 suppurativa pathogenesis. 13,

PyThinFilm: Automated Molecular Dynamics Simulation Protocols for the Generation of Thin Film

Morphologies.

110



(2023

264 Effect of Water on the Mechanical Properties of Cyclic Peptide Polymers. fe)

Membrane-mediated interaction of non-conventional snake three-finger toxins with nicotinic
acetylcholine receptors. 2022, 5,

From Molecule to Device: Prediction and Validation of the Optical Orientation of Iridium Phosphors
in Organic Light-Emitting Diodes.

Molecular Dynamics Study of Thermophysical and Mechanical Properties in Hydrated Lignin with
Compositions Close to Softwood.

Insights into the cell fate decision-making processes from chromosome structural reorganizations.

260 5022 3 041402

Conformational Dynamics of Loop L3 in OmpF: Implications toward Antibiotic Translocation and
Voltage Gating.

258  Structural and functional mapping of ars gene cluster in Deinococcus indicus DR1. 2022, fe)

Structural Organizations of a Mesogen-Terminated Semicrystalline Polymer: Chain Termini
Ordering between Polymer Crystal Lamellae. 2022, 13, 11703-11709

256 Internal Normal Mode Analysis applied to RNA flexibility and conformational changes. o)

Complete Structural Predictions of the Proteome of African Swine Fever Virus Strain Georgia 2007.
2022, 11,

5 Coordinate-Dependent Drift-Diffusion Reveals the Kinetic Intermediate Traps of Top7-Based
54 Proteins.

Structural Remodeling Mechanism of the Toxic Amyloid Fibrillary Mediated by
Epigallocatechin-3-gallate. 2022, 7, 48047-48058

Influence mechanism of different organic solvents on API solvation behaviors: Molecular dynamics

252 simulations. 2022, 113708

Water Leakage Pathway Leads to Internal Hydration of the p53 Core Domain.

Determining Zn(ll) Binding Affinities of the YiiPRinc Transporter and Uno Ferro Single Chain (UFsc)
259 Protein with a Novel Modification of the PKA17 Software. 1-12
Reshaping the Binding Pocket of Cellobiose 2-Epimerase for Improved Substrate Affinity and
Isomerization Activity for Enabling Green Synthesis of Lactulose. 2022, 70, 15879-15893

Liquid structure of a water-based, hydrophobic and natural deep eutectic solvent: the case of

248 thymol-water. A Molecular Dynamics study. 2022, 121151

Analytical Perspectives in the Study of Polyvalent Interactions of Free and Surface-Bound

Oligonucleotides and Their Implications in Affinity Biosensing. 2023, 24, 175

111



CITATION REPORT

216 Design, Synthesis, and Characterization of a Novel 2?B8?-Linked Amikacin-Binding Aptamer: An
4 Experimental and MD Simulation Study. 2022, 17, 3478-3488

In silico Analysis of Native Cyclotides with Antibacterial Activity against Gram-negative Bacteria.

2022, 58, 715-725

Blue Fluorescence of Cyano-tryptophan Predicts Local Electrostatics and Hydrogen Bonding in
244 Biomolecules. 2022, 126, 10732-10740

Triazole-Based Estradiol Dimers Prepared via CUAAC from 178thinyl Estradiol with Five-Atom
Linkers Causing G2/M Arrest and Tubulin Inhibition. 2022, 106334

Mobile-Phase Contributions to Organic-Solvent Excess Adsorption and Surface Diffusion in

242 Reversed-Phase Liquid Chromatography. 2022, 126, 10554-10568

Protic lonic Liquids for Intrinsically Stretchable Conductive Polymers.

TRAP1S-nitrosylation as a model of population-shift mechanism to study the effects of nitric oxide

240 o .
4 on redox-sensitive oncoproteins.

Up/Down Tuning of Poly(ionic liquid)s in Aqueous Two-Phase Systems.

3 Structural Transitions of Anionic, Cationic, and Nonionic Surfactant Solutions Confined between
23 Amorphous SiO2 Slabs: Molecular Dynamics Simulations. 2022, 61, 18390-18399

In vitro and in silico study of an exclusive insertion in the nicotinamide/nicotinate mononucleotide
adenylyltransferase from Leishmania braziliensis. 2022, 8, e12203

236  Revealing the Mechanism of Irreversible Binding of Antifreeze Glycoproteins to Ice. 2022, 126, 10637-10645 2

Csk & Helix: A Computational Analysis of an Essential Region for Conformational Transitions. 2022
, 126, 10587-10596

, Molecular Insights into Curvature Effects on the Capacitance of Electrical Double Layers in
34 Tricationic lonic Liquids with Carbon Nanotube Electrodes.

Cryo-EM structures of human ABCA7 providelinsights into its phospholipid
translocationlinechanisms.

In silico study revealed the inhibitory activity of selected phytomolecules of C. rotundus against

232 vaca implicated in gastric ulcer. 1-12

Insights from incorporating quantum computing into drug designiWorkflows.

230 Up/Down Tuning of Poly(ionic liquid)s in Aqueous Two-Phase Systems. o)

MDexciteR: Enhanced Sampling Molecular Dynamics by Excited Normal Modes or Principal

Components Obtained from Experiments.

112



Discovery of TP0597850: A Selective, Chemically Stable, and Slow Tight-Binding Matrix

228 Metalloproteinase-2 Inhibitor with a PhenylbenzamideBentapeptide Hybrid Scaffold. 2023, 66, 822-836

Signaling landscape of mitochondrial non-coding RNAs. 1-10

226 Single-Molecule Fluorescence Spectroscopy of Intrinsically Disordered Proteins. 2022, o)

Molecular mechanism of LIPO5 derived from Monascus purpureus YJX-8 for synthesizing fatty acid
ethyl esters under aqueous phase. 13,

Comparison of the ligand binding site of C1 domains: a molecular dynamics simulation study of the

224 4 domainphorbol 13-acetatethembrane system. 1-14

Theoretical Insight on the High Reactivity of Reductive Elimination of Nilll Based on Energy- and
Electron-Transfer Mechanisms.

Targeted systematic evolution of an RNA platform neutralizing DNMT1 function and controlling

222 DNA methylation. 2023, 14,

Computational studies on the interaction of Omicron subvariants (BA.1, BA.2, and BA.3) with ACE2
and polyphenols.

Molecular dynamics simulation and experimental study into effect of temperature on hardness of

220 . .
ice abrasives. 10,

Molecular dynamics simulations of copolymer compatibilizers for polylactide/poly(butylene
succinate) blends.

218 Onthe Propensity of Excess Hydroxide lons at the Alcohol MonolayeriVater Interface. o)

Investigation on the interaction mechanism of different SARS-CoV-2 spike variants with hACE2:
insights from molecular dynamics simulations. 2023, 25, 2304-2319

216 gmak: A Parameter-Space Mapping Strategy for Force-Field Calibration. fe)

Bio-inspired polydopamine nanofiltration membranes modulated by spiro-piperazine. 2023, 3, 100059

214 Machine Learning Techniques in[Reactive Atomistic Simulations. 2023, 15-52 0

Molecular Modeling Insights into the Structure and Behavior of Integrins: A review. 2023, 12, 324

Silibinin chronic treatment in a rat model of Parkinson disease: A comprehensive in-vivo evaluation

212 and in silico molecular modeling. 2023, 175517

Hydrate Nucleation in Water Nanodroplets: Key Factors and Molecular Mechanisms.

113



CITATION REPORT

Proteogenomic Approaches to Understand Gene Mutations and Protein Structural Alterations in

210 colon Cancer. 2023, 3, 11-29

Comprehensive analysis of non-synonymous missense SNPs of human galactose mutarotase
(GALM) gene: an integrated computational approach. 1-15

Sequence and structural similarities of ACCase protein of Phalaris minor and wheat: An insight to

208 explain herbicide selectivity. 13,

Highly triple-effective synergy based on tetrahedral DNA nanostructure-induced tumor vaccines
for cancer therapy. 2023, 226, 111584

Spiral donor-based host materials for highly efficient blue thermally activated delayed fluorescence

206 5| EDs. 2023, 458, 141416

Discovery of inhibitors against SARS-CoV-2 main protease using fragment-based drug design. 2023,
371,110352

. Insights into Lewis/Brsted acidity of metal chlorides and solvent effect of alcohols for synthesis

4 ofBalerolactone by combining molecular dynamics simulations and experiments. 2023, 335, 126749
Effect of tryptophan mutation on the structure of LOV1 domain of phototropin1 protein of
Ostreococcus tauri: A combined molecular dynamics simulation and biophysical approach. 2023,
1867, 130304

Crucial roles of ion-specific effects in the flotation of water-soluble KCl and NaCl crystals with fatty

202 acid salts. 2023, 636, 413-424

Construction of LipidDrug Conjugates for Beclomethasone Dipropionate.

Recognition Mechanisms between a Nanobody and Disordered Epitopes of the Human Prion

200 protein: An Integrative Molecular Dynamics Study.

Polyelectrolyte Influence on Beta-Hairpin Peptide Stability: A Simulation Study. 2023, 127, 359-370

198 Regulation of lon Permeation of the KcsA Channel by Applied Midinfrared Field. 2023, 24, 556 fe)

The interplay between adsorption and aggregation of von Willebrand factor chains in shear flows.

6 Green-Solvent Engineering for Depositing Qualified Phenyl-C61-butyl Acid Methyl Ester Films for
19 Inverted Flexible Perovskite Solar Cells. 2023, 15, 1042-1052

Computer Simulation Techniques for Modelling Statics and Dynamics of Nanoscale Structures. 2014
,230-299

194  Structural Mechanism of lonic Conductivity of the TRPV1 Channel. o

Transient Aurein 1.2 pores in prokaryotic model bilayers explored by coarse-grain molecular

dynamics simulations: as glycolipid content increases, pore lifetime decreases.

114



(2023

Effect of lon Structure on the Physicochemical Proper- ties and Gas Absorption of Surface Active
lonic Liquids.

Structural and regulatory insights into the glideosome-associated connector fromToxoplasma
gondii.

190 Molecular Simulation of CO2 and H2 Encapsulation in a Nanoscale Porous Liquid. 2023, 13, 409 0

Molecular Simulation of Pervaporation on Polyurethane Membranes. 2023, 13, 128

Elucidating Collective Translocation of Nanoparticles Across the Skin Lipid Matrix: A Molecular

188 Dynamics Study.

Local Molecular Field Theory for Coulomb Interactions in Aqueous Solutions. 2023, 127, 809-821

186 A op-downldndBottom-uplCombinedStrategylforlParameterizationlbflCoarse-grainedForcelFieldsforlPhospbolipids.

Analytical model of critical buckling transition for smectic liquid crystal based on the viscoelastic
scaling of coarse-grained molecular dynamics. 2023, 107,

Molecular docking and simulation studies against nucleoside diphosphate kinase (NDK) of
184 Pseudomonas aeruginosa with secondary metabolite identified by genome mining from o)
paenibacillusehimensis. 1-10

Structural and Dynamic Disturbances Revealed by Molecular Dynamics Simulations Predict the
Impact on Function of CCT5 Chaperonin Mutations Associated with Rare Severe Distal
Neuropathies. 2023, 24, 2018

Enabling All-Solid-State Li Metal Batteries Operated at 30 [IC by Molecular Regulation of Polymer
Electrolyte. 2203547

Solvation Structure and Dynamics of Aqueous Solutions of Au+ lons: A Molecular Dynamics
Simulation Study.

Effects of molecular size and orientation on the interfacial properties and wetting behavior of

180 water/n-alkane systems: a molecular-dynamics study.

Effect of Charge State on the Equilibrium and Kinetic Properties of Mechanically Interlocked
[5]Rotaxane: A Molecular Dynamics Study. 2023, 127, 1254-1263

18 Recent advances on graphyne and its family members as membrane materials for water
7 purification and desalination. 11,

Molecular Dynamics Simulations of Asphaltene Aggregation: Machine-Learning Identification of

Representative Molecules, Molecular Polydispersity, and Inhibitor Performance. 2023, 8, 4862-4877

Adsorption of CO32lHCO3[bn the Quartz Surface: Cluster Formation, pH effects, and

176 Mechanistic Aspects.

Comprehensive analysis of non-synonymous SNPs related to ParkinsonB disease and molecular

dynamics simulation of PRKN mutants. 2023, 5, 100817

115



CITATION REPORT

L Monomer morphology selection rules for an accurate design of bulk heterojunction: An updated
74 theoretical account.

Druggable sites identification in Streptococcus mutans VicRK system evaluated by catechols. 1-16

Selective Action of Antimalarial Hydroxychloroquine on the Packing of Phospholipids and
172 Interfacial Water Associated with Lysosomal Model Membranes: A Vibrational Sum Frequency o)
Generation Study.

Structural characteristics, binding behaviors, and stability of ternary nanocomplexes of lecithin,
polyvinylpyrrolidone, and curcumin. 2023, 175, 114489

Rational approaches to discover SARS-CoV-2/ACE? interaction inhibitors: Pharmacophore-based
170 virtual screening, molecular docking, molecular dynamics and binding free energy studies. 2023, o)
375,121345

Synergistic effect of lecithin and alginate, CMC, or PVP in stabilizing curcumin and its potential
mechanism. 2023, 413, 135634

Surface charge density governs the ionic current rectification direction in asymmetric graphene

168 oxide channels. 2023, 25, 7477-7486

Description of conformational ensembles of disordered proteins by residue-local probabilities.
2023, 25, 10512-10524

166  Visualization Analysis of Weak Interactions in Chemical Systems. 2023, o)

Self-propelled continuous transport of nanoparticles on a wedge-shaped groove track. 2023, 15, 4910-4916

Characterization of a Class A fLactamase from Francisella tularensis (Ftu-1) Belonging to a Unique

164 Subclass toward Understanding AMR.

Connection between MHC class Il binding and aggregation propensity: The antigenic peptide 10 of
Paracoccidioides brasiliensis as a benchmark study. 2023, 21, 1746-1758

Effect of Newly Synthesized Structures of Peptides on the Stability of the Monolayers Formed.

162 5023 24, 4318

Prediction and Evaluation of Bioactive Properties of Cowpea Protein Hydrolysates. 2023, 2023, 1-12

Stabilization of Interdomain Interactions in G protein Eubunits Determines GEubtype Signaling

160 Specificity.

Temperature Dependence of Non-Condon Effects in Two-Dimensional Vibrational Spectroscopy of
Water. 2023, 127, 2488-2498

158 Inner pore hydration free energy controls thelactivation of big potassium channels. 2023, 122, 1158-1167 o)

Molecular Interactions between APIs and Enteric Polymeric Excipients in Solid Dispersion: Insights

from Molecular Simulations and Experiments. 2023, 15, 1164

116



(2023

156 Unique structure of ozoralizumab, a trivalent anti-TNFENANOBODYO compound, offers the
5 potential advantage of mitigating the risk of immune complex-induced inflammation. 14,

The Effect of Miscibility and Morphology of Porphyrin Donors and Non-Fullerene Acceptors on

Exciton Dissociation Processes: A Quantum Chemical and Molecular Dynamics Study.

L Understanding the desalination performance of seawater passing through the lamellar BN
54 membranes: Effect of interlayer spacing and concentration. 2023, 376, 121356

Finely tuning the microporosity in phosphoric acid doped triptycene-containing polybenzimidazole
membranes for highly permselective helium and hydrogen recovery. 2023, 672, 121474

Computer simulation study of ion-water and water-water hydrogen bonds in methanesulfonic acid

152 solutions at room temperature. 2023, 377, 121518

Multiscale modeling of molecule transport through skinE deeper layers. 2023, 26, 100267

150 Lipid domain boundary triggers membrane damage and protein folding of human islet amyloid
5 polypeptide in the early pathogenesis of amyloid diseases. 2023, 296, 106993

Building a Hofmeister-like series for the maximum in density temperature of aqueous electrolyte

solutions. 2023, 377, 121433

3 Water-Mediated attraction between Like-charged species involved in calcium phosphate
4% nucleation. 2023, 378, 121585

Whether carbon nanotubes are suitable for delivering small drugs with aromatic rings through
non-covalent adsorption?. 2023, 378, 121595

146 Click chemistry-initiated highly uniform semi-interpenetrating polymer electrolyte with dual salts
4 for high-performance lithium metal batteries. 2023, 565, 232884

Aqueous solutions of chiral ionic liquids based on (tmenthol: An experimental and computational

study of volumetric and transport properties. 2023, 378, 121591

144 Experimental and molecular dynamics simulation of hard asphalt microstructure. 2023, 377, 131025 fe)

Molecular design of two-dimensional graphdiyne membrane for selective transport of CO2 and H2
over CH4, N2, and CO. 2023, 675, 121557

L Identification and structure-activity modeling of ACE inhibitory peptides demonstrating
42 anti-inflammatory effects: Extracted from Antheraea assama and Philosomia ricnii pupae. 2023, 53, 102625

Molecular dynamics study on the structure and antifouling performance of aromatic polyamide

membrane with sulfonamide group. 2023, 35, 105674

Experimental and computational approaches to characterize a novel amidase that initiates the

140 biodegradation of the herbicide propanil in Bosea sp. P5. 2023, 451, 131155

Ethyl palmitate, an anti-chikungunya virus principle from Sauropus androgynus, a medicinal plant

used to alleviate fever in ethnomedicine. 2023, 309, 116366

117



CITATION REPORT

128 Molecular dynamics simulation study on interfacial behaviors of betaines and extended surfactants.
3 2023, 666, 131323

Interaction of neutral and protonated Tamoxifen with the DPPC lipid bilayer using molecular

dynamics simulation. 2023, 194, 109225

Composite electrolytes engineered by anion acceptors for boosted high-voltage solid-state lithium

136 etal batteries. 2023, 642, 330-339

Effects of nanobubbles on methane hydrate dissociation: A molecular simulation study. 2023, 345, 128230

Computational studies, synthesis, in-vitro binding and transcription analysis of novel
134 imidazolidine-2,4-dione and 2-thioxo thiazolidine-4-one based glitazones for central PPAR-{] 0
agonism. 2023, 1285, 135503

Effective anti-inflammatory phenolic compounds from dandelion: identification and mechanistic
insights using UHPLC-ESI-MS/MS, fluorescence quenching and anisotropy, molecular docking and
dynamics simulation. 2023, 12, 2184-2194

The molecular basis of the antidepressant action of the magic mushroom extract, psilocin. 2023,
1871,140914

Surface-induced demixing of self-assembled isomeric mixtures of citral. 2023, 381, 121803

Deciphering the interactions of genistein with ftyclodextrin derivatives through experimental and

139 microsecond timescale umbrella sampling simulations. 2023, 374, 121295

Computational analysis of protein-ligand interaction by targeting a cell cycle restrainer. 2023, 231, 107367

Integrated computational and experimental approach for novel anti-leishmanial molecules by

128 targeting Dephospho-coenzyme A kinase. 2023, 232, 123441

On the Behavior of the Ethylene Glycol Components of Polydisperse Polyethylene Glycol PEG200.
2023,127,1178-1196

126 Computational analysis of water dynamics in AOT reverse micelles. 2023, 375, 121340 fe)

WorkFflow for computational characterization of PDMS cross-linked systems. 8,

124 Wetting-State-Induced Turning of Water Droplet Moving Direction on the Surface. 2023, 17, 2182-2189 o)

Rohitukine content across the geographical distribution of Dysoxylum binectariferum Hook F. and
its natural derivatives as potential sources of CDK inhibitors. 2023, 9, e13469

122 Metal Organic Framework Template-Guided Electrochemical Lithography. o)

Discovery, synthesis and in silico approach of pyrrolo [3,4-c]pyrroles as SARS-CoV-2 mpro inhibitors. 1-12

118



(2023-2023)

Instigating the in vitro antidiabetic activity of new tridentate Schiff base ligand appended M(ll)
120 complexes: From synthesis, structural characterization, quantum computational calculations to fe)
molecular docking, and molecular dynamics simulation studies. 2023, 37,

Dynamic molecular ordering in multiphasic nanoconfined ionic liquids detected with time-resolved
diffusion NMR. 2023, 4,

Thermodynamics and kinetics of an A-U RNA base pair under force studied by molecular dynamics

118 simulations. 2023, 107,

Scaled charges for ions: An improvement but not the final word for modeling electrolytes in water.
2023, 158, 054505

Dynamic Electric Field Alignment Determines the Water Rotational Motion around Protein. 2023,

16 157 1376-1384

Engineering the kinetic stability of a ftrefoil protein by tuning its topological complexity. 10,

114 RNA G-quadruplex folding is a multi-pathway process with a variety of short-lived intermediates. fe)

Aquaporin-4 mediated aggregation of Alzheimerl amyloid fpeptide.

Structure-Based Design of Potent Iminosugar Inhibitors of Endoplasmic Reticulum HGlucosidase |

112 with Anti-SARS-CoV-2 Activity. 2023, 66, 2744-2760

Machine learning facilitated structural activity relationship approach for the discovery of novel
inhibitors targeting EGFR. 1-19

How Does the Study MD of pH-Dependent Exposure of Nanoparticles Affect Cellular Uptake of

110 Anticancer Drugs?. 2023, 24, 3479

HNRNPA2B1 as a potential therapeutic target for thymic epithelial tumor recurrence: An
integrative network analysis. 2023, 155, 106665

108 Thrombin activation of the fFactor XI dimer is a multi-staged process for each subunit. fe)

Unique Amphipathicthelix Drives Membrane Insertion and Enzymatic Activity of ATG3.

Temperature dependence of DNA elasticity: An all-atom molecular dynamics simulation study. 2023

106 158 094902

Pseudouridimycin-A Potent Nucleoside Inhibitor of the RNA Polymerase Beta Prime Subunit of
Streptococcus pyogenes. 2023, 8, 7989-8000

Enhanced TSG stability through co-assembly with C3G: the mechanism behind processing

104 Polygonum multiflorum Thunb with black beans via supramolecular analysis.

Evaluation of the affinity of asphaltene molecular models A1 and A2 by the water/oil interfaces

based on a novel concept of solubility parameter profiles obtained from MD simulations. 2023, 376, 121430

119



CITATION REPORT

102 Phosphorylation at Ser289 Enhances the Oligomerization of Tau Repeat R2. 2023, 63, 1351-1361 fe)

Stability of the A#2 Peptide in Mixed Solutions of Denaturants and Proline. 2023, 127, 1572-1585

100 Structural analysis of human G-protein-coupled receptor 17 ligand binding sites. 2023, 124, 533-544 o)

NanoModeler CG: A Tool for Modeling and Engineering Functional Nanoparticles at a
Coarse-Grained Resolution. 2023, 19, 1582-1591

3 Regulatory Mechanism of Opposite Charges on Chiral Self-Assembly of Cellulose Nanocrystals.
9° 2023, 28, 1857

Differences in protein distribution, conformation, and dynamics in hard and soft coronas:
dependence on protein and particle electrostatics. 2023, 25, 7496-7507

6 Lipidation of Naturally Occurring BHelical Antimicrobial Peptides as a Promising Strategy for Drug
9 Design. 2023, 24, 3951

Conformational landscapes of artificial peptides predicted by various force fields: are we ready to
simulate famino acids?. 2023, 25, 7466-7476

94 Mechanism of external K+ sensitivity of KCNQ1 channels. 2023, 155, 1

Hierarchical Aggregation in a Complex Fluid-The Role of Isomeric Interconversion. 2023, 127, 2052-2065

5 Understanding the Reaction Kinetics and Microdynamics between Methylimidazole and Alkyl
9 Thiocyanate for lonic Liquid Synthesis through Experiments and Theoretical Calculation. 2023, 62, 3889-3897

o

Molecular effects of site-specific phosphate-methylated primer on the structure and motions of
Taq DNA polymerase. 2023, 21, 1820-1827

90  Multiscale simulations of nanofluidics: Recent progress and perspective. fe)

Immunoinformatics-aided design of a new multi-epitope vaccine adjuvanted with domain 4 of
pneumolysin against Streptococcus pneumoniae strains. 2023, 24,

Molecular modeling study of pyrrolidine derivatives as novel myeloid cell leukemia-1 inhibitors

88 through combined 3D-QSAR, molecular docking, ADME/Tox and MD simulation techniques. 1-17

Polyethylene glycol regulated carnallite decomposition-crystallization: Experimental and
theoretical analysis. 2023, 195, 108021

Phosphorus-Enhanced and Calcium-Retarded Transport of Ferrihydrite Colloid: Mechanism of

86 Electrostatic Potential Changes Regulated via Adsorption Speciation. 2023, 57, 4219-4230

Subtle Stereochemical Effects Influence Binding and Purification Abilities of an Fell4L4 Cage. 2023,

145, 5570-5577

120



3 The Atomistic Understanding of the Ice Recrystallization Inhibition Activity of Antifreeze
4 Glycoproteins. 2023, 13, 405

The NGF R100W Mutation, Associated with Hereditary Sensory Autonomic Neuropathy Type V,
Specifically Affects the Binding Energetic Landscapes of NGF and of Its Precursor proNGF and
p75NTR. 2023, 12, 364

Multifaceted foldinglinfolding landscape of the TrpZip2 fhairpin and the role of external

82 . . .
sub-piconewton mechanical tensions.

Nonadiabatic Forward Flux Sampling for Excited-State Rare Events. 2023, 19, 1657-1671

8o Chain Sliding versus fiSheet Formation upon Shearing Single BHelical Coiled Coils. 2200563 o)

Mechanism of proton-coupled electron transfer described with QM/MM implementation of
coupled-perturbed density-functional tight-binding. 2023, 158, 124107

3 Lipid oxidation controls peptide self-assembly near membranes through a surface attraction
7 mechanism. 2023, 14, 3730-3741

Solvation free energy arithmetic for small organic molecules. 2023, 44, 1263-1277

76 Are computational approaches critically important for solving real-world problems?. 2023, 567-583 fe)

Ligandligand-Interaction-Dominated Self-Assembly of Gold Nanoparticles at the Oil/Water
Interface: An Atomic-Scale Simulation. 2023, 127, 2258-2266

The thermodynamics of enhanced dope stability of cellulose solution in NaOH solution by urea.
74 2023,311,120744

Effect of polyaspartic acid on the setting time and mechanical properties of themihydrate
gypsum. 2023, 373, 130894

72 Effects of Terahertz Radiation on the Aggregation of AlzheimerE A#2 Peptide. 2023, 24, 5039 fe)

Effect of cetyl trimethyl ammonium bromide as an electrolyte additive on secondary discharge
performance of aluminum-air battery. 2023, 29, 1887-1899

Estimation of bubble cavitation rates in a symmetrical Lennard-Jones mixture by NVT seeding
79 simulations. 2023, 158, 124109

Coarse-Grained Force Field for Polyethylene Oxide and Polyethylene Glycol Aqueous Solutions
Based on a Polarizable Water Model. 2023, 19, 1864-1874

Mismatch in Nematic Interactions Leads to Composition-Dependent Crystal Nucleation in Polymer

e Blends. 2023, 56, 2234-2245

fSitosterol, a phytocompound from Parthenium hysterophorus, reveals anti-diabetic properties

through BAmylase inhibition: an in-silico and in-vitro analysis. 1-12

121



CITATION REPORT

Exploration of potent antiviral phytomedicines from Lauraceae family plants against SARS-CoV-2

66 RNA-dependent RNA polymerase. 1-21

Antimicrobial cellulose paper tuned with chitosan fibers for high-flux oil/water separation. 2023,
312, 120794

6 Structures of calmodulintelittin complexes show multiple binding modes lacking classical
4 anchoring interactions. 2023, 299, 104596

Identification of a carbohydrate-recognition motif of purinergic receptors.

Quantification and Distribution of Three Types of Hydrogen Bonds in Mixtures of an lonic Liquid
62  with the Hydrogen-Bond-Accepting Molecular Solvent DMSO Explored by Neutron Diffraction and o)
Molecular Dynamics Simulations. 2023, 14, 2684-2691

Unsupervised Data-Driven Reconstruction of Molecular Motifs in Simple to Complex Dynamic
Micelles. 2023, 127, 2595-2608

Immunoglobulin adsorption and film Formation on mechanically wrinkled and crumpled surfaces at

6o submonolayer coverage. 2023, 5, 2085-2095

How NaFTA salt affects the structural landscape and transport properties of Pyrr1,3FTA ionic
liquid. 2023, 158, 104502

3 Synergism for lowering interfacial tensions between betaines and extended surfactants: The role
5 of self-regulating molecular size. 2023, 378, 121605

Solvation Shell Structures of Ammonia in Reline and Ethaline Deep Eutectic Solvents. 2023, 127, 2499-2510

6 Extended regulation interface coupled to the allosteric network and disease mutations in the
5 PP2A-B56tholoenzyme.

Biophysical and Integrative Characterization of Protein Intrinsic Disorder as a Prime Target for Drug
Discovery. 2023, 13, 530

Interaction of Laurusides 1 and 2 with the 3C-like Protease (Mpro) from Wild-Type and Omicron
54 Variant of SARS-CoV-2: A Molecular Dynamics Study. 2023, 24, 5511

Extended-sampling QM/MM simulation of biochemical reactions involving PN bonds. 2023, 25, 9824-9836

Investigations on molecular interactions of memantine hydrochloride in aqueous solutions by
52 thermophysical methods and molecular dynamics simulations at different temperatures. 2023, 100, 100967

Creatinase: Using Increased Entropy to Improve the Activity and Thermostability. 2023, 127, 2671-2682

Free Energy Differences from Molecular Simulations: Exact Confidence Intervals from Transition
59 Counts. 2023, 19, 2102-2108

Homogeneous nucleation rate of methane hydrate formation under experimental conditions from

seeding simulations. 2023, 158, 114505

122



(2023-2023)

3 Computational Prodrug Design Methodology for Liposome Formulability Enhancement of
4 Small-Molecule APIs. 2023, 20, 2119-2127

Inhibitory mechanism of n-MTAB AuNPs for Esynuclein aggregation. 2023, 29,

46  The ATP-bound State of the Uncoupling Protein 1 (UCP1) from Molecular Simulations. o)

Ligand dynamics on the surface of CdSe nanocrystals.

Experimental study combined with density functional theory and molecular dynamics simulation on
44 the mechanism of glucose alcoholysis reaction.

Unveil the role of structural vacancy in Mn-based Prussian blue for energy storage application.

42 Electric-field induced entropic effects in liquid water. fe)

Exploration of the binding of antifungal drugs to human P450 2C9 based on docking and molecular
dynamics simulation.

40  The water cavitation line as predicted by the TIP4P/2005 model. 2023, 158, 124504 0

The Mechanism Underlying the Amylose-Zein Complexation Process and the Stability of the
Molecular Conformation of Amylose-Zein Complexes in Water Based on Molecular Dynamics
Simulation. 2023, 12, 1418

38 Internal Normal Mode Analysis Applied to RNA Flexibility and Conformational Changes. o)

Structural Sampling and Solvation Models for the Simulation of Electronic Spectra: Pyrazine as a
Case Study.

Identification of new oxospiro chromane quinoline-carboxylate antimalarials that arrest parasite
growth at ring stage. 1-22

Inequivalent Solvation Effects on the N 1s Levels of Self-Associated Melamine Molecules in
Aqueous Solution. 2023, 127, 3016-3025

Molecular mechanism study and tumor heterogeneity of Chinese angelica and Fructus aurantii in
34 the treatment of colorectal cancer through computational and molecular dynamics. 2023, 23,

Enhanced Interfacial H-Bond Networks Promote Glycanfilycan Recognition and Interaction. 2023,
15, 17592-17600

32 Developing a comprehensive solution aimed to disrupt LARS1/RagD protein-protein interaction. 1-12 o)

Impact of wettability on storage and recovery of hydrogen gas in the lesueur sandstone formation

(Southwest hub project, Western Australia). 2023,

123



CITATION REPORT

Partial Denaturation of Double-Stranded DNA on Pristine Graphene under Physiological-like
39 Conditions. 2023, 3, 168-186

Computer-aided drug design in seeking viral capsid modulators. 2023, 28, 103581

Activity Map and Transition Pathways of G Protein-Coupled Receptor Revealed by Machine

28 Learning.

Molecular insights into the effects of lignin on methane hydrate formation in clay nanopores. 2023,
276, 127496

Water-Soluble Cellulose As a New Class of Green CH4 Hydrate Inhibitors: Insights from Experiments

26 and Molecular Dynamics Simulations.

Nucleobase Specific Understanding about the Interaction of Antimalarial Drug Chloroquine with
Duplex DNA. 2023, 127, 3341-3351

Optimizing the Martini 3 Force Field Reveals the Effects of the Intricate Balance between
24  ProteinWater Interaction Strength and Salt Concentration on Biomolecular Condensate o
Formation.

Predictive mutagenesis of prolyl endopeptidase from non-pathogenic acidophilic bacteria for
gliadin catalysis.

22 Adsorption Kinetics of Biosurfactant Surfactin at the n-Hexadecane/Aqueous Solution Interface. fe)

A Unified Description of the Liquid Structure, Static and Dynamic Anomalies, and Criticality of
TIP4P/2005 Water by a Hierarchical Two-State Model. 2023, 127, 3452-3462

Identification of a novel drug molecule for Neurodegenerative Disease from marine algae through

20 arle q
In-silico analysis.

In-silico approaches for identification of compounds inhibiting SARS-CoV-2 3CL protease. 2023, 18, €0284301

18 Towards Computational Modeling of Ligand Binding to the ILPR G-Quadruplex. 2023, 28, 3447 fe)

The origin of the density scaling exponent for polyatomic molecules and the estimation of its value
from the liquid structure. 2023, 158, 144503

Study on molecular mechanisms of destabilizing Af182) protofibrils by licochalcone A and

16 licochalcone B using molecular dynamics simulations. 2023, 108500

Adsorption-Controlled Wettability and Self-Cleaning of TiO2.

L Molecular modeling and DFT studies on the antioxidant activity of Centaurea scoparia flavonoids
4 and molecular dynamics simulation of their interaction with flactoglobulin. 2023, 13, 12361-12374

Effect of double chain anionic surfactant on the dynamic interfacial tensions of betaine solutions.

2023, 121866

124



CITATION REPORT

Strategy for Ultrafast Cathode Reaction in Magnesium-lon Batteries Using BF4 Anion Based

12 Dual-Salt Electrolyte Systems: A Case Study of FePO4.

Microscale Reservoir Wettability Evaluation Based on QilRock Nanomechanics.

Radial distribution and hydrogen bonded network graphs of alcohol-aniline binary mixture. 2023,

10 29, o

TRAP1 S-nitrosylation as a model of population-shift mechanism to study the effects of nitric oxide
on redox-sensitive oncoproteins. 2023, 14,

Molecular Dynamics Study of Cured ED-20 Epoxy Resin for Predicting the Glass Transition
Temperature and Relationship with Structure Features.

The geometry of calix[3]pyrrole and the formation of the calix[3]pyrrolelFltomplex in solution.
2023, 142,

Evaluation of Pathogenicity and Structural Alterations for the Mutations Identified in the
Conserved Region of the C-Terminal Kinase Domain of Human-Ribosomal S6 Kinase 1. 2023, 8, 16273-16283

Molecular Dynamics Simulation to Evaluate the Stability of Tetra-n-butyl Ammonium/Phosphonium
Bromide Semiclathrate Hydrates in the Presence and Absence of Methane, Carbon Dioxide,
Methanol, and Ethanol Molecules. 2023, 62, 7175-7196

Regulating side chain of flexible polyacrylate resins for efficient removal of trace dissolved
4 organics with moderate polarity. 2023, 276, 118832

Self-Assembly of Phenylalanine-Leucine, Leucine-Phenylalanine, and Cyclo(-leucine-phenylalanine)
Dipeptides through Simulations and Experiments. 2023, 127, 4208-4219

2 Riding the Wave: Unveiling the Conformational Waves from RBD to ACE2. o)

A Multifunctional Organic Electrolyte Additive for Aqueous Zinc lon Batteries Based on Polyaniline

Cathode.

125



