
The missing term in effective pair potentials

The Journal of Physical Chemistry

91, 6269-6271

DOI: 10.1021/j100308a038

Citation Report



Citation Report

2

# Article IF Citations

113 Petroleum on the continental shelves. Economic Geology, 1947, 42, 83-85. 1.8 0

114 A polarizable model for water using distributed charge sites. Journal of Chemical Physics, 1988, 89,
7556-7560. 1.2 471

115 Molecular dynamics simulation of a smectic liquid crystal with atomic detail. Journal of Chemical
Physics, 1988, 89, 3718-3732. 1.2 298

116 A polarizable water model for calculation of hydration energies. Molecular Physics, 1988, 63, 451-475. 0.8 143

117
Treatment of rotational isomers in free energy calculations. II. Molecular dynamics simulation study
of 18â€•crownâ€•6 in aqueous solution as an example of systems with large numbers of rotational isomeric
states. Journal of Chemical Physics, 1989, 91, 3631-3637.

1.2 89

118
Treatment of rotational isomers in free energy evaluations. Analysis of the evaluation of free energy
differences by molecular dynamics simulations of systems with rotational isomeric states. Journal of
Chemical Physics, 1989, 90, 3300-3304.

1.2 72

119 A molecular dynamics study of polarizable water. Molecular Physics, 1989, 68, 563-581. 0.8 407

120 Effective pair potentials and the properties of water. Chemical Physics, 1989, 131, 157-167. 0.9 303

121 A molecular dynamics study of the effect of temperature on the structure and dynamics of water
between Pt walls. Chemical Physics Letters, 1989, 162, 32-38. 1.2 58

122 The dielectric constant of SPC/E water. Chemical Physics Letters, 1989, 155, 173-176. 1.2 164

123 Glass transition in SPC/E water and in a protein solution: A molecular dynamics simulation study.
Chemical Physics Letters, 1989, 154, 151-154. 1.2 27

124 Molecular dynamics simulation of protein hydration: Studies on tuna ferrocytochrome-c and bovine
erythrocyte superoxide dismutase. Journal of Molecular Liquids, 1989, 41, 193-206. 2.3 1

125 Hydrogen-bond geometry around sugar molecules: comparison of crystal statistics with simulated
aqueous solutions. Journal of Molecular Structure, 1990, 237, 315-325. 1.8 48

126 Simulation of a sodium dodecylsulfate micelle in aqueous solution. International Journal of
Quantum Chemistry, 1990, 38, 103-117. 1.0 84

127 Computer Simulation of Molecular Dynamics: Methodology, Applications, and Perspectives in
Chemistry. Angewandte Chemie International Edition in English, 1990, 29, 992-1023. 4.4 1,352

128 MolekÃ¼ldynamikâ€•Computersimulationen; Methodik, Anwendungen und Perspektiven in der Chemie.
Angewandte Chemie, 1990, 102, 1020-1055. 1.6 114

129 ARGOS, a vectorized general molecular dynamics program. Journal of Computational Chemistry, 1990,
11, 943-951. 1.5 66

130 Hydration of superoxide studied by molecular dynamics simulation. Journal of Computational
Chemistry, 1990, 11, 1003-1008. 1.5 9



3

Citation Report

# Article IF Citations

131 Monte Carlo method in the theory of solutions. Computer Physics Reports, 1990, 12, 69-133. 2.3 8

132 Solvation thermodynamics: An approach from analytic temperature derivatives. Journal of Chemical
Physics, 1990, 92, 5020-5033. 1.2 132

133 A new method for determining waterâ€“cation shortâ€•range potentials for modeling water in
aluminosilicate lattices. Journal of Chemical Physics, 1990, 93, 3573-3579. 1.2 13

134 A general solution of the molecular Ornsteinâ€“Zernike equation for spheres with anisotropic
adhesion and electric multipoles. Journal of Chemical Physics, 1990, 92, 3741-3747. 1.2 30

135 The role of molecular flexibility in simulations of water. Molecular Physics, 1990, 70, 535-539. 0.8 58

136 Computation Confirms Contraction: A Molecular Dynamics Study of Liquid Methanol, Water and a
Methanol-Water Mixture. Molecular Simulation, 1990, 5, 175-179. 0.9 16

137 Molecular Dynamics Simulations with Interaction Potentials Including Polarization Development of a
Noniterative Method and Application to Water. Molecular Simulation, 1990, 5, 181-192. 0.9 114

138 Computer simulations of liquid water: treatment of long-range interactions. Molecular Physics, 1990,
71, 587-603. 0.8 60

139 The effect of water models on the interaction of the sodiumâ€“chloride ion pair in water: Molecular
dynamics simulations. Journal of Chemical Physics, 1990, 93, 7528-7529. 1.2 68

140 Electrostatics in biomolecular structure and dynamics. Chemical Reviews, 1990, 90, 509-521. 23.0 643

141 Molecularâ€•dynamics simulation of aqueous mixtures: Methanol, acetone, and ammonia. Journal of
Chemical Physics, 1990, 93, 5156-5166. 1.2 378

142 Reconciling the magnitude of the microscopic and macroscopic hydrophobic effects. Science, 1991,
252, 106-109. 6.0 500

143 Structure and dynamics of water at the Pt(111) interface: Molecular dynamics study. Journal of
Chemical Physics, 1991, 94, 2110-2117. 1.2 179

144
High-field nuclear magnetic resonance and molecular dynamics investigations of alditol
conformations in aqueous and non-aqueous solvents. Journal of the Chemical Society, Faraday
Transactions, 1991, 87, 579.

1.7 31

145 Manyâ€•body effects in molecular dynamics simulations of Na+(H2O)n and Clâˆ’(H2O)n clusters. Journal
of Chemical Physics, 1991, 95, 1954-1963. 1.2 322

146 Time-correlation analysis of simulated water motion in flexible and rigid gramicidin channels.
Biophysical Journal, 1991, 60, 273-285. 0.2 91

147 Hydrogen bonding and the static dielectric constant in liquid water. Journal of Chemical Physics,
1991, 95, 6762-6769. 1.2 145

148
Relative differences in the binding free energies of human immunodeficiency virus 1 protease
inhibitors: a thermodynamic cycle-perturbation approach.. Proceedings of the National Academy of
Sciences of the United States of America, 1991, 88, 10287-10291.

3.3 59



4

Citation Report

# Article IF Citations

149 Molecular dynamics simulation of superoxide interacting with superoxide dismutase. Chemical
Physics, 1991, 158, 191-198. 0.9 39

150 Comparison of the structure and dynamics of water at the Pt(111) and Pt(100) interfaces: molecular
dynamics study. Chemical Physics Letters, 1991, 177, 426-432. 1.2 55

151 Free energy calculations on calcium and magnesium complexes: Protein and phospholipid model
systems. Journal of Computational Chemistry, 1991, 12, 899-908. 1.5 8

152 A molecular dynamics study of thermodynamic and structural aspects of the hydration of cavities in
proteins. Biopolymers, 1991, 31, 919-931. 1.2 69

153 Free energy evaluation from molecular dynamics simulations using force fields including electronics
polarization. Chemical Physics Letters, 1991, 177, 433-440. 1.2 37

154 Simulation of sodium octanoate micelles in aqueous solution. Electrochimica Acta, 1991, 36, 1729-1734. 2.6 18

155 Properties of flexible water models. Molecular Physics, 1991, 74, 515-533. 0.8 146

156 Peptides in ionic solutions: A comparison of the Ewald and switching function techniques. Journal of
Chemical Physics, 1991, 95, 8430-8441. 1.2 156

157 Molecular dynamics study of rotational reorientation of tryptophan and several indoles in water.
Journal of Chemical Physics, 1991, 94, 3857-3866. 1.2 26

158 Multiconfiguration thermodynamic integration. Journal of Chemical Physics, 1991, 95, 1175-1188. 1.2 252

159 Abinitiostudy of intermolecular potential of H2O trimer. Journal of Chemical Physics, 1991, 94,
2873-2883. 1.2 142

160 Simulation of the femtosecond optical response of a solute in water. Physical Review Letters, 1992, 68,
1842-1845. 2.9 50

161 Cooperative (nonpairwise) effects in water trimers: An ab initio molecular orbital study. Journal of
Chemical Physics, 1992, 97, 6628-6638. 1.2 354

162 Static longitudinal dielectric function of model molecular fluids. Journal of Chemical Physics, 1992,
96, 3068-3084. 1.2 107

163 Temperature dependence of interactions of an ion pair in water: A molecular dynamics study. Journal
of Chemical Physics, 1992, 97, 1919-1921. 1.2 41

164 Molecular dynamics simulation of adsorption of ions from aqueous media onto charged electrodes.
Journal of Chemical Physics, 1992, 96, 6962-6969. 1.2 79

165 A dielectric theory of the opticalâ€•like highâ€•frequency mode in liquid water. Journal of Chemical
Physics, 1992, 97, 2618-2625. 1.2 47

166 Investigation of chargeâ€•transfer complexes by computer simulation. II. Iodine in pyridine solution.
Journal of Chemical Physics, 1992, 96, 3795-3810. 1.2 24



5

Citation Report

# Article IF Citations

167 The role of nonbond and charge flux in hydrogen bond interactions. The effect on structural
changes and spectral shifts in water dimer. Journal of Chemical Physics, 1992, 97, 9161-9172. 1.2 23

168 The nonadditive intermolecular potential for water revised. Journal of Chemical Physics, 1992, 97,
2659-2660. 1.2 246

169 Structure and dynamics of the dilauroylphosphatidylethanolamine lipid bilayer. Biochemistry, 1992, 31,
7656-7664. 1.2 103

170 Recent progress in the simulation of classical fluids. Topics in Applied Physics, 1992, , 121-204. 0.4 4

171 Conformations of erythritol and L-threitol in aqueous solution in relation to sweetness properties:
a molecular dynamics simulation. Journal of the Chemical Society, Faraday Transactions, 1992, 88, 437. 1.7 18

172 Empirical models for the hydration of protons. Journal of Chemical Physics, 1992, 96, 3131-3136. 1.2 61

173 Structure and dynamics of water and aqueous solutions: The role of flexibility. Journal of Chemical
Physics, 1992, 96, 8450-8459. 1.2 81

174 The frequency and wavelength dependent dielectric permittivity of water. Molecular Physics, 1992, 75,
1065-1088. 0.8 39

175 Ordering of fractional monolayers of H2O on Ni(110). Surface Science, 1992, 279, L185-L190. 0.8 22

176 Structure and thermodynamic properties of waterâ€“methanol mixtures: Role of the waterâ€“water
interaction. Journal of Chemical Physics, 1992, 97, 2626-2634. 1.2 106

177 Polarizability effects in a fourâ€•charge model for water. Journal of Chemical Physics, 1992, 96, 3120-3130. 1.2 79

178 Water dimer in liquid water. Theoretica Chimica Acta, 1992, 84, 181-194. 0.9 37

179 Phase behaviour of metastable water. Nature, 1992, 360, 324-328. 13.7 1,652

180 Ordering of fractional monolayers of H2O on Ni(110). Surface Science Letters, 1992, 279, L185-L190. 0.1 0

181 Surface potentials of water, methanol and water + methanol mixtures. Journal of Electroanalytical
Chemistry, 1992, 329, 9-24. 1.9 41

182 On the correlation between like ion pairs in water. Journal of Chemical Physics, 1992, 96, 4046-4047. 1.2 65

183 Calculation of quantum activation free energies for proton transfer reactions in polar solvents.
Chemical Physics Letters, 1992, 198, 311-315. 1.2 49

184 Holonomic constraint contributions to free energy differences from thermodynamic integration
molecular dynamics simulations. Chemical Physics Letters, 1992, 196, 297-302. 1.2 54



6

Citation Report

# Article IF Citations

185 Fluorideâ€”fluoride association in water from molecular dynamics simulations. Chemical Physics
Letters, 1992, 200, 21-25. 1.2 62

186
Enthalpy of hydration and partial molar specific volume as criteria for evaluation of intermolecular
potentials. NPT-ensemble Monte Carlo calculations for dilute neon in water. Chemical Physics Letters,
1993, 206, 318-322.

1.2 7

187 The viscosity of SPC and SPC/E water at 277 and 300 K. Chemical Physics Letters, 1993, 215, 315-318. 1.2 161

188 Dynamical behavior of the azide ion in protic solvents. Chemical Physics Letters, 1993, 213, 537-540. 1.2 50

189 Roto-translational motion in liquid water and its structural implication. Chemical Physics Letters,
1993, 215, 596-600. 1.2 38

190 Comparison of two force fields by molecular dynamics simulations of glucose crystals: Effect of
using ewald sums. Journal of Computational Chemistry, 1993, 14, 1281-1289. 1.5 37

191 Dynamical properties of bovine pancreatic trypsin inhibitor from a molecular dynamics simulation at
5000 atm. FEBS Letters, 1993, 323, 215-217. 1.3 46

192 Aspects of protein energetics and dynamics. Progress in Biophysics and Molecular Biology, 1993, 60,
73-200. 1.4 64

193 Limited effects of polarization for Clâˆ’(H2O)n and Na+(H2O)n clusters. Journal of Chemical Physics,
1993, 99, 4233-4235. 1.2 90

194 Effective Pair Potentials and Beyond. , 1993, , 211-259. 6

195 An Effective Solvation Term Based on Atomic Occupancies for Use in Protein Simulations. Molecular
Simulation, 1993, 10, 97-120. 0.9 271

196
Molecular dynamics simulations of aqueous urea solutions: Study of dimer stability and solution
structure, and calculation of the total nitrogen radial distribution function GN(r). Journal of
Chemical Physics, 1993, 98, 1422-1427.

1.2 45

197 Inversion of receptor binding preferences by mutagenesis: Free energy thermodynamic integration
studies on sugar binding to L-arabinose binding proteins. Biochemistry, 1993, 32, 7428-7434. 1.2 37

198 Spinodal of liquid water. Physical Review E, 1993, 48, 3799-3817. 0.8 199

199 Simulations of the structure and thermodynamic properties of water at high pressures and
temperatures. Journal of Geophysical Research, 1993, 98, 519-536. 3.3 107

200 Structure in liquid water: A study of spatial distribution functions. Journal of Chemical Physics, 1993,
99, 3049-3058. 1.2 346

201 Simulation of the intermolecular vibrational spectra of liquid water and water clusters. Journal of
Chemical Physics, 1993, 98, 4413-4421. 1.2 165

202 Combined neutron diffraction and computer simulation study of liquid dimethyl sulphoxide. Journal
of Chemical Physics, 1993, 99, 6836-6847. 1.2 116



7

Citation Report

# Article IF Citations

203 Dynamic surface boundary conditions. Molecular Physics, 1993, 79, 623-644. 0.8 34

204 Adsorption of hydrated halide ions on charged electrodes. Molecular dynamics simulation. Journal
of Chemical Physics, 1993, 98, 9995-10008. 1.2 56

205 Mobility of stretched water. Journal of Chemical Physics, 1993, 98, 9859-9862. 1.2 25

206 Photoelectron spectra of the hydrated iodine anion from molecular dynamics simulations. Journal of
Chemical Physics, 1993, 99, 2972-2977. 1.2 196

207 On the thermodynamic stability of clathrate hydrate. I. Journal of Chemical Physics, 1993, 98, 4098-4109. 1.2 106

208 Mean force potential for the calciumâ€“chloride ion pair in water. Journal of Chemical Physics, 1993, 99,
4229-4230. 1.2 44

209 A computer simulation study of the liquidâ€“vapor coexistence curve of water. Journal of Chemical
Physics, 1993, 98, 8221-8235. 1.2 363

210 Molecular dynamics results for stretched water. Journal of Chemical Physics, 1993, 99, 8095-8104. 1.2 54

211 A computer simulation study of the temperature dependence of the hydrophobic hydration. Journal of
Chemical Physics, 1993, 99, 8075-8094. 1.2 338

212 Dielectric properties of trypsin inhibitor and lysozyme calculated from molecular dynamics
simulations. The Journal of Physical Chemistry, 1993, 97, 2009-2014. 2.9 178

213 Molecular dynamics study of the dielectric constant of water under high pressure and temperature
conditions. Zeitschrift Fur Elektrotechnik Und Elektrochemie, 1994, 98, 906-911. 0.9 18

214 Molecular Dynamics Computer Simulations of Aqueous Solution/Platinum Interface. , 1994, , 101-118. 1

215 Computer simulation of polarizable fluids: a consistent and fast way for dealing with polarizability
and hyperpolarizability. Molecular Physics, 1994, 82, 875-886. 0.8 62

216 Consistent dielectric properties of the simple point charge and extended simple point charge water
models at 277 and 300 K. Journal of Chemical Physics, 1994, 100, 3169-3174. 1.2 201

217 Treatment of rotational isomeric states. III. The use of biasing potentials. Journal of Chemical Physics,
1994, 101, 5032-5039. 1.2 39

218 The dielectric constant of polar fluids and the distribution of the total dipole moment. Journal of
Chemical Physics, 1994, 100, 7654-7664. 1.2 44

219 About the nature of intermolecular threeâ€•body forces in ionic systems: The case of protonated
hydrates. Journal of Chemical Physics, 1994, 100, 1589-1598. 1.2 12

220 Can the density maximum of water be found by computer simulation?. Journal of Chemical Physics,
1994, 100, 6692-6699. 1.2 60



8

Citation Report

# Article IF Citations

221 Predictions of free energy differences from a single simulation of the initial state. Journal of
Chemical Physics, 1994, 100, 577-585. 1.2 72

222 A molecular theory of solvation dynamics. Journal of Chemical Physics, 1994, 100, 1477-1491. 1.2 165

223 Potential of mean force for the methaneâ€“methane pair in water. Journal of Chemical Physics, 1994, 100,
9032-9034. 1.2 77

224 Existence of a density maximum in extended simple point charge water. Journal of Chemical Physics,
1994, 101, 9837-9840. 1.2 137

225 Nucleotide-binding properties of adenylate kinase from Escherichia coli: A molecular dynamics study
in aqueous and vacuum environments. Journal of Computer-Aided Molecular Design, 1994, 8, 367-388. 1.3 20

226 Molecular dynamics simulation of crystal water with X-ray constraints. International Journal of
Quantum Chemistry, 1994, 52, 109-116. 1.0 2

227 The effect of stereochemistry upon carbohydrate hydration. A molecular dynamics simulation of
Î²-d-galactopyranose and (Î±,Î²)-d-talopyranose. Carbohydrate Research, 1994, 265, 215-225. 1.1 77

228
Ion association and liquid structure in supercritical water solutions of sodium chloride: a
microscopic view from molecular dynamics simulations. Chemical Engineering Science, 1994, 49,
2749-2763.

1.9 81

229
Enthalpies of formation and stabilization energies of Brâˆ’ (H2O)n (n=1,2, â€¦, 15) clusters. Comparisons
between molecular dynamics computer simulations and experiment. Chemical Physics Letters, 1994, 218,
377-382.

1.2 65

230 Hydration shell structure of the calcium ion from simulations with ab initio effective pair potentials.
Chemical Physics Letters, 1994, 227, 126-132. 1.2 61

231 Free energies for association of Cs+ to 18-crown-6 in water. A molecular dynamics study including
counter ions. Chemical Physics Letters, 1994, 227, 211-214. 1.2 43

232 Effect of ionâ€”electrode contact on the energetics of the heterogeneous electron transfer. Chemical
Physics Letters, 1994, 227, 561-566. 1.2 35

233 An integral equation theory for the structure of water around globular solutes. Chemical Physics
Letters, 1994, 231, 380-386. 1.2 20

234 A force field for monosaccharides and (1 ? 4) linked polysaccharides. Journal of Computational
Chemistry, 1994, 15, 1019-1040. 1.5 121

235 Is there a second critical point in liquid water?. Physica A: Statistical Mechanics and Its Applications,
1994, 205, 122-139. 1.2 96

236 Molecular dynamics of copper plastocyanin: simulations of structure and dynamics as a function of
hydration. Chemical Physics, 1994, 183, 155-166. 0.9 23

237 Integral equation approaches to structure and thermodynamics of aqueous salt solutions.
Biophysical Chemistry, 1994, 51, 129-146. 1.5 31

238 Dynamical fluctuating charge force fields: Application to liquid water. Journal of Chemical Physics,
1994, 101, 6141-6156. 1.2 1,133



9

Citation Report

# Article IF Citations

239 Traps in modelling intermolecular three-body forces: example of the water system and protonated
hydrates. Computational and Theoretical Chemistry, 1994, 314, 191-210. 1.5 12

240 Multi-molecular conformational space searching using dynamic Monte Carlo (DMC). Computational
and Theoretical Chemistry, 1994, 308, 175-190. 1.5 2

241 Femtosecond solvation dynamics of water. Nature, 1994, 369, 471-473. 13.7 1,198

242 Molecular Mechanics in Biology: From Structure to Function, Taking Account of Solvation. Annual
Review of Biophysics and Biomolecular Structure, 1994, 23, 847-863. 18.3 87

243 Computer simulations of cesiumâ€“water clusters: Do ionâ€“water clusters form gasâ€•phase clathrates?.
Journal of Chemical Physics, 1994, 101, 7873-7881. 1.2 57

244 Computer Simulation of the Crystal Growth and Dissolution of Natural Gas Hydrates. Annals of the
New York Academy of Sciences, 1994, 715, 177-186. 1.8 233

245 Polymerâ€”Solvent Interactions Studied with Computational Chemistry. ACS Symposium Series, 1994, ,
221-233. 0.5 1

246 Physical properties of liquid water by molecular dynamics simulations. Journal of the Chemical
Society, Faraday Transactions, 1994, 90, 3039. 1.7 28

247 Interaction of water with Î±,Î±-trehalose in solution: molecular dynamics simulation approach. Journal
of the Chemical Society, Faraday Transactions, 1994, 90, 2731-2735. 1.7 123

248 Investigations into the common ion effect. Journal of Chemical Physics, 1994, 101, 5093-5109. 1.2 13

249 Computer simulation study of inelastic neutron scattering from liquid water. Physical Review E, 1994,
50, 2689-2695. 0.8 14

250 Computer simulations of NaCl association in polarizable water. Journal of Chemical Physics, 1994, 100,
3757-3766. 1.2 1,033

251 A molecular dynamics simulation study of chloroform. Molecular Physics, 1994, 83, 381-403. 0.8 154

252 Separationâ€•shifted scaling, a new scaling method for Lennardâ€•Jones interactions in thermodynamic
integration. Journal of Chemical Physics, 1994, 100, 9025-9031. 1.2 472

253 Pressure Calculation in Molecular Dynamics Simulations of Molecular Crystals. Molecular
Simulation, 1994, 13, 221-230. 0.9 6

254 Far-IR vibrationâ€“rotationâ€“tunnelling spectroscopy of the water trimer. Faraday Discussions, 1994, 97,
35-41. 1.6 66

255 Rotational dynamics in liquid water : a simulation study of librational motions. Journal of the
Chemical Society, Faraday Transactions, 1994, 90, 1405. 1.7 31

256 Open "back door" in a molecular dynamics simulation of acetylcholinesterase. Science, 1994, 263,
1276-1278. 6.0 277



10

Citation Report

# Article IF Citations

257 A semiempirical quantum polarization model for water. Chemical Physics Letters, 1995, 238, 187-192. 1.2 31

258 The solvent effect on the acidities of haloacetic acids in aqueous solution. A RISM-SCF study.
Chemical Physics Letters, 1995, 240, 199-204. 1.2 21

259 Parameterization and evaluation of a flexible water model. Journal of Computational Chemistry, 1995,
16, 501-511. 1.5 122

260 Effects of the cutoff center on the mean potential and pair distribution functions in liquid water.
Journal of Computational Chemistry, 1995, 16, 1428-1433. 1.5 12

261
Calculation of relative free energy differences for the covalent hydration of organic compounds: A
combined quantum mechanical and free energy perturbation study. Journal of Computational
Chemistry, 1995, 16, 1513-1521.

1.5 11

262 Free energies of hydration for organic molecules from Monte Carlo simulations. Journal of
Computer - Aided Molecular Design, 1995, 3, 123-138. 1.0 41

263 Biomolecules at phase boundaries. Molecular Engineering, 1995, 5, 235-243. 0.2 0

264 A combined molecular dynamics and Raman spectroscopy approach for designing ice-metal interfaces.
Journal of Computer-Aided Materials Design, 1995, 2, 77-100. 0.7 3

265 The essential dynamics of thermolysin: Confirmation of the hinge-bending motion and comparison of
simulations in vacuum and water. Proteins: Structure, Function and Bioinformatics, 1995, 22, 45-54. 1.5 183

266
Structure and internal dynamics of the bovine pancreatic trypsin inhibitor in aqueous solution from
long-time molecular dynamics simulations. Proteins: Structure, Function and Bioinformatics, 1995, 23,
49-62.

1.5 45

267 Molecular design of polymer membranes using molecular simulation technique. Fluid Phase
Equilibria, 1995, 104, 363-374. 1.4 28

268 NMR relaxation studies in water-alcohol mixtures: the water-rich region. Chemical Physics, 1995, 195,
329-337. 0.9 93

269 Free energies and structures of hydrated cations, based on effective pair potentials. Chemical Physics,
1995, 195, 207-220. 0.9 60

270 Hydrogen bond analysis by MD simulation of copper plastocyanin at different hydration levels.
Chemical Physics, 1995, 201, 463-472. 0.9 37

271 Calculation of solvent free energies for heterogeneous electron transfer at the waterâ€“metal
interface: Classical versus quantum behavior. Journal of Chemical Physics, 1995, 102, 529-539. 1.2 112

272 Liquid densities and structural properties of molecular models of water. Journal of Chemical Physics,
1995, 102, 6559-6565. 1.2 41

273 Electric-Field Induced Restructuring of Water at a Platinum-Water Interface: A Molecular Dynamics
Computer Simulation. Physical Review Letters, 1995, 74, 3193-3196. 2.9 149

274 Calculation of the third virial coefficient for water. Journal of Chemical Physics, 1995, 103, 10169-10175. 1.2 54



11

Citation Report

# Article IF Citations

275 Application of integral equation theories to predict the structure, thermodynamics, and phase
behavior of water. Journal of Chemical Physics, 1995, 102, 5427-5437. 1.2 64

276
A molecular dynamics simulation study with a combined quantum mechanical and molecular
mechanical potential energy function: Solvation effects on the conformational equilibrium of
dimethoxyethane. Journal of Chemical Physics, 1995, 102, 1722-1730.

1.2 73

277 An ab initio derived torsional potential energy surface for (H2O)3. I. Analytical representation and
stationary points. Journal of Chemical Physics, 1995, 103, 1077-1084. 1.2 67

278 Analysis of morphology of crystals based on identification of interfacial structure. Journal of
Chemical Physics, 1995, 103, 3747-3754. 1.2 45

279 Structure and properties of the CF1 central force model of water: Integral equation theory. Journal
of Chemical Physics, 1995, 102, 3736-3746. 1.2 67

280 Phase equilibria in extended simple point charge iceâ€•water systems. Journal of Chemical Physics, 1995,
103, 9744-9755. 1.2 108

281 Computer Simulation of Polarizarle Fluids: On the Determination of the Induced Dipoles. Molecular
Simulation, 1995, 15, 281-300. 0.9 8

282 Path Dependence of Free Energy Components in Thermodynamic Integration. Molecular Simulation,
1995, 14, 417-423. 0.9 5

283
Calculation of the Static Dielectric Constant of Multipolar Mixtures by Perturbation Theory. An
Application to Supercritical Waterâ€•Benzene Mixtures. Zeitschrift Fur Elektrotechnik Und
Elektrochemie, 1995, 99, 204-210.

0.9 3

284 Reaction Field Effects on the Simulated Properties of Liquid Water. Molecular Simulation, 1995, 15,
233-245. 0.9 23

285 Parameterizing a polarizable intermolecular potential for water. Molecular Physics, 1995, 86, 149-158. 0.8 112

286 Comment on â€˜â€˜Mean force potential for the calciumâ€“chloride ion pair in waterâ€™â€™ [J. Chem. Phys. 99, 4229
(1993)]. Journal of Chemical Physics, 1995, 102, 3483-3484. 1.2 89

287 Molecular Dynamics Study of the Dependence of Water Solvation Free Energy on Solute Curvature
and Surface Area. The Journal of Physical Chemistry, 1995, 99, 2885-2892. 2.9 140

288 Free-Energy Cost of Bending n-Dodecane in Aqueous Solution. Influence of the Hydrophobic Effect
and Solvent Exposed Area. The Journal of Physical Chemistry, 1995, 99, 13118-13125. 2.9 31

289 An analytical model of water with sticky spheres of tetrahedral symmetry. Molecular Physics, 1995, 86,
809-817. 0.8 7

290 The structure of water at platinum/water interfaces Molecular dynamics computer simulations.
Surface Science, 1995, 335, 401-415. 0.8 54

291 Molecular dynamics simulation of adsorption in electric double layers. Surface Science, 1995, 335,
422-431. 0.8 36

292 A smooth particle mesh Ewald method. Journal of Chemical Physics, 1995, 103, 8577-8593. 1.2 18,266



12

Citation Report

# Article IF Citations

293 Osmotic permeability in a molecular dynamics simulation of water transport through a
single-occupancy pore. Biochimica Et Biophysica Acta - Biomembranes, 1995, 1240, 159-166. 1.4 3

294
Internal Mobility of the Basic Pancreatic Trypsin Inhibitor in Solution: A Comparison of NMR Spin
Relaxation Measurements and Molecular Dynamics Simulations. Journal of Molecular Biology, 1995,
246, 356-365.

2.0 76

295 Fluctuation and Cross-correlation Analysis of Protein Motions Observed in Nanosecond Molecular
Dynamics Simulations. Journal of Molecular Biology, 1995, 252, 492-503. 2.0 378

296 Thermodynamics of water mediating protein-ligand interactions in cytochrome P450cam: a molecular
dynamics study. Biophysical Journal, 1995, 69, 810-824. 0.2 93

297 Dielectric response of triplex DNA in ionic solution from simulations. Biophysical Journal, 1995, 69,
1519-1527. 0.2 68

298 Constant pressure and temperature molecular dynamics simulation of a fully hydrated liquid crystal
phase dipalmitoylphosphatidylcholine bilayer. Biophysical Journal, 1995, 69, 2558-2562. 0.2 212

299 Molecular dynamics simulation of the orthobaric densities and surface tension of water. Journal of
Chemical Physics, 1995, 102, 4574-4583. 1.2 633

300 The static dielectric constant of water at pressures up to 20 kbar and temperatures to 1273 K:
Experiment, simulations, and empirical equations. Geochimica Et Cosmochimica Acta, 1995, 59, 1-6. 1.6 77

301 Towards an analytical model of water: The octupolar model. Journal of Chemical Physics, 1995, 102,
1461-1462. 1.2 30

302 Essential dynamics of the cellular retinol-binding protein evidence for ligand-induced
conformational changes. Protein Engineering, Design and Selection, 1995, 8, 1129-1135. 1.0 180

303 Molecular dynamics simulation of vapor deposited amorphous ice. Journal of Chemical Physics, 1995,
103, 4678-4692. 1.2 34

304 Influence of surface topology and electrostatic potential on water/electrode systems. Journal of
Chemical Physics, 1995, 102, 511-524. 1.2 332

305 Molecular dynamics simulation of the zeroâ€•field splitting fluctuations in aqueous Ni(II). Journal of
Chemical Physics, 1995, 103, 1800-1811. 1.2 55

306 Protein Hydration Viewed by High-Resolution NMR Spectroscopy: Implications for Magnetic Resonance
Image Contrast. Accounts of Chemical Research, 1995, 28, 171-177. 7.6 114

307 Wetting of crystalline polymer surfaces: A molecular dynamics simulation. Journal of Chemical
Physics, 1995, 103, 9053-9061. 1.2 109

308 Modelling the photonucleation of water vapour by UV in the presence of oxygen and the absence of
pollutants. Faraday Discussions, 1995, 100, 253. 1.6 8

309 A configuration bias Monte Carlo method for water. Journal of Chemical Physics, 1995, 102, 7656-7663. 1.2 56

310 Interaction of small peptides with lipid bilayers. Biophysical Journal, 1995, 69, 1299-1308. 0.2 40



13

Citation Report

# Article IF Citations

311 Simulation and Spectroscopy of Solvation in Water from Ambient to Supercritical Conditions. ACS
Symposium Series, 1995, , 77-92. 0.5 8

312 Supercooled water and the kinetic glass transition. Physical Review E, 1996, 54, 6331-6343. 0.8 317

313 Structural Fluctuations of a Cryptophane Host:Â  A Molecular Dynamics Simulation. Journal of the
American Chemical Society, 1996, 118, 3237-3246. 6.6 39

314 On the origins of the hydrophobic effect: observations from simulations of n-dodecane in model
solvents. Biophysical Journal, 1996, 71, 600-608. 0.2 45

315 Dynamics of proteins in different solvent systems: analysis of essential motion in lipases. Biophysical
Journal, 1996, 71, 2245-2255. 0.2 62

316 Salt effects on peptide conformers: a dielectric study of tuftsin. Biophysical Journal, 1996, 71,
3022-3029. 0.2 9

317 A semi-microscopic Monte Carlo study of permeation energetics in a gramicidin-like channel: the
origin of cation selectivity. Biophysical Journal, 1996, 70, 121-134. 0.2 64

318 Molecular dynamics investigation of the structure of a fully hydrated gel-phase
dipalmitoylphosphatidylcholine bilayer. Biophysical Journal, 1996, 70, 595-608. 0.2 168

319
An Approach to Rapid Estimation of Relative Binding Affinities of Enzyme Inhibitors:Â  Application to
Peptidomimetic Inhibitors of the Human Immunodeficiency Virus Type 1 Protease. Journal of Medicinal
Chemistry, 1996, 39, 705-712.

2.9 42

320 Direct Modeling of EXAFS Spectra from Molecular Dynamics Simulations. The Journal of Physical
Chemistry, 1996, 100, 13393-13398. 2.9 129

321
Molecular dynamics simulations of a fully hydrated dipalmitoylphosphatidylcholine bilayer with
different macroscopic boundary conditions and parameters. Journal of Chemical Physics, 1996, 105,
4871-4880.

1.2 467

322 Theoretical Study of Inhibition of Adenosine Deaminase by (8R)-Coformycin and (8R)-Deoxycoformycin.
Journal of Medicinal Chemistry, 1996, 39, 277-284. 2.9 39

323 RESEARCH NOTE Monte Carlo study of an octupolar potential for water. Molecular Physics, 1996, 88,
585-590. 0.8 8

324 Improved Binding of Cytochrome P450cam Substrate Analogues Designed To Fill Extra Space in the
Substrate Binding Pocket. Biochemistry, 1996, 35, 1485-1499. 1.2 55

325 Molecular Dynamics Study of Water next to Electrified Ag(111) Surfaces. Langmuir, 1996, 12, 3747-3752. 1.6 55

326 Molecular Dynamics Study of Water in Hydrogels. Molecular Simulation, 1996, 16, 359-374. 0.9 42

327 Advances and Continuing Challenges in Achieving Realistic and Predictive Simulations of the
Properties of Organic and Biological Molecules. Accounts of Chemical Research, 1996, 29, 461-469. 7.6 262

328 Molecular Dynamics Study of Polymerâˆ’Water Interaction in Hydrogels. 1. Hydrogen-Bond Structure.
Macromolecules, 1996, 29, 6750-6760. 2.2 230



14

Citation Report

# Article IF Citations

329 The hydration structure of the Na+ and K+ ions and the selectivity of their ionic channels. Biochimica
Et Biophysica Acta - Bioenergetics, 1996, 1274, 149-156. 0.5 37

330 Molecular Dynamics Simulation of Ion Mobility. 2. Alkali Metal and Halide Ions Using the SPC/E Model
for Water at 25 Â°Câ€ . The Journal of Physical Chemistry, 1996, 100, 1420-1425. 2.9 464

331 Molecular Dynamics Simulations of the Liquid/Vapor Interface of SPC/E Water. The Journal of Physical
Chemistry, 1996, 100, 11720-11725. 2.9 263

332 Shear viscosity of polar fluids: Molecular dynamics calculations of water. Journal of Chemical
Physics, 1996, 105, 11190-11195. 1.2 75

333
Comparison of the Structures of Dimyristoylphosphatidylcholine in the Presence and Absence of
Cholesterol by Molecular Dynamics Simulations. The Journal of Physical Chemistry, 1996, 100,
15942-15946.

2.9 40

334 Molecular dynamics simulation evidence of anomalous diffusion of protein hydration water. Physical
Review E, 1996, 53, R3040-R3043. 0.8 79

335 Molecular dynamics investigation of the surface/bulk equilibrium in an ethanolâ€“water solution.
Journal of the Chemical Society, Faraday Transactions, 1996, 92, 559-563. 1.7 64

336 A Robust Water Potential Parameterisation. Molecular Simulation, 1996, 18, 145-154. 0.9 18

337 Quantum simulation of high-density amorphous ice. Physical Review B, 1996, 54, 14873-14876. 1.1 10

338 Electrofreezing of Liquid Water:Â  A Microscopic Perspective. Journal of the American Chemical Society,
1996, 118, 649-654. 6.6 169

339 Slow Dynamics of Water Molecules in Supercooled States. Physical Review Letters, 1996, 76, 2730-2733. 2.9 281

340 Dynamical properties of liquid water. Journal of Physics Condensed Matter, 1996, 8, 9269-9274. 0.7 25

341 Molecular Dynamics Simulations of a Calcium Carbonate/Calcium Sulfonate Reverse Micelleâ€ . The
Journal of Physical Chemistry, 1996, 100, 6637-6648. 2.9 94

342 Mobility and solvation of ions in channels. Journal of Chemical Physics, 1996, 105, 9266-9280. 1.2 205

343 Methane clathrate hydrates: melting, supercooling and phase separation from molecular dynamics
computer simulations. Molecular Physics, 1996, 89, 819-834. 0.8 74

344 On the Structure and Dynamic Properties of Aqueous Solutions: Molecular Dynamics Simulation of
Cl<sup>âˆ’</sup>and Cl<sup>2-</sup>in Water. Molecular Simulation, 1996, 17, 83-94. 0.9 16

345 On the influence of the ionic charge on the mean force potential of ionâ€•pairs in water. Journal of
Chemical Physics, 1996, 104, 7219-7222. 1.2 12

346 The Influence of Charge Calculation on Molecular Dynamics Simulation of Adenine in Water.
Molecular Simulation, 1996, 18, 101-113. 0.9 10



15

Citation Report

# Article IF Citations

347 Hydration of Câ€”H groups in tRNA. Faraday Discussions, 1996, 103, 151-173. 1.6 47

348 Molecular dynamics simulation of the non-linear optical susceptibility at the phenol/water/air
interface. Faraday Discussions, 1996, 104, 193. 1.6 31

349 Orientational correlations and entropy in liquid water. Journal of Chemical Physics, 1996, 105,
4294-4316. 1.2 139

350 Non-Iterative Constraint Dynamics Using Velocity-Explicit Verlet Methods. Molecular Simulation, 1996,
18, 213-224. 0.9 26

351 Slow Dynamics in Supercooled Water. Materials Research Society Symposia Proceedings, 1996, 455, 235. 0.1 0

352 Molecular Dynamics Simulation of a Micellar System:â€‰ 2,3,6,7,10,11-Hexakis(1,4,7-trioxaoctyl)triphenylene
in Water. The Journal of Physical Chemistry, 1996, 100, 12162-12171. 2.9 26

353 Solution structure of papain as studied by molecular mechanics and molecular dynamics techniques.
Journal of Computational Chemistry, 1996, 17, 1328-1338. 1.5 3

354 DFT Study of Nickel: Towards the MD Simulation of the Nickel-Water Interface. Theoretical and
Computational Chemistry, 1996, 4, 649-677. 0.2 1

355 Molecular Modeling of Neuropeptides. , 1997, 73, 209-218. 4

356 Estimating the Relative Free Energy of Different Molecular States with Respect to a Single Reference
State. The Journal of Physical Chemistry, 1996, 100, 9485-9494. 2.9 160

357 Wallâˆ’Water Interface. A Molecular Dynamics Study. Langmuir, 1996, 12, 154-158. 1.6 79

358 Molecular Dynamics Study of Polymerâˆ’Water Interaction in Hydrogels. 2. Hydrogen-Bond Dynamics.
Macromolecules, 1996, 29, 6761-6769. 2.2 158

359 Molecular dynamics simulation of realistic systems. Fluid Phase Equilibria, 1996, 116, 237-248. 1.4 7

360 Radial distribution functions of molecular systems at low density. Chemical Physics, 1996, 208, 221-228. 0.9 2

361 Femtosecond solvation dynamics of water: solvent response to vibrational excitation of the solute.
Chemical Physics Letters, 1996, 258, 348-351. 1.2 62

362 Chlorinated ethanes in aqueous solution: parameterization based on thermodynamics of hydration.
Chemical Physics Letters, 1996, 259, 142-145. 1.2 2

363 Three-body forces effect in Monte Carlo studies of protonated hydrates. Computational and
Theoretical Chemistry, 1996, 371, 205-218. 1.5 12

364
Conformational sampling by NMR solution structures calculated with the program DIANA evaluated
by comparison with long-time molecular dynamics calculations in explicit water. Proteins: Structure,
Function and Bioinformatics, 1996, 24, 304-313.

1.5 28



16

Citation Report

# Article IF Citations

365 On the sensitivity of MD trajectories to changes in water-protein interaction parameters: The potato
carboxypeptidase inhibitor in water as a test case for the GROMOS force field. , 1996, 25, 89-103. 37

366 Structural stability of disulfide mutants of basic pancreatic trypsin inhibitor: A molecular dynamics
study. , 1996, 26, 66-71. 8

367 Dynamics ofFusarium solani cutinase investigated through structural comparison among different
crystal forms of its variants. Proteins: Structure, Function and Bioinformatics, 1996, 26, 442-458. 1.5 57

368 Diffusion of two different water models and thermal conductivity in a protein?water system.
International Journal of Quantum Chemistry, 1996, 59, 271-279. 1.0 5

369 Direct reaction field force field: A consistent way to connect and combine quantum-chemical and
classical descriptions of molecules. International Journal of Quantum Chemistry, 1996, 60, 1111-1132. 1.0 57

370 Molecular dynamics study of a new rigidified 18-crown-6 derivative using a QM / MM method.
International Journal of Quantum Chemistry, 1996, 60, 1133-1141. 1.0 8

371 Analysis of interfacial water structure and dynamics in Î±-maltose solution by molecular dynamics
simulation. Chemical Physics Letters, 1996, 251, 268-274. 1.2 20

372 The static dielectric constant of the soft sticky dipole model of liquid water: Monte Carlo
simulation. Chemical Physics Letters, 1996, 256, 334-340. 1.2 26

373 Thermodynamic stability of hexagonal and cubic ices. Chemical Physics Letters, 1996, 259, 593-598. 1.2 20

374 Molecular dynamics study of interfacial electric fields. Electrochimica Acta, 1996, 41, 2145-2158. 2.6 45

375 On the sweetness properties of aldoses: characterization of molecular active sites by computer
simulation. Carbohydrate Research, 1996, 282, 25-40. 1.1 9

376 Molecular dynamics study of single-particle motion in supercooled water. Memory function approach
and comparison with quasi-elastic neutron scattering. Physica B: Condensed Matter, 1996, 226, 46-50. 1.3 12

377 Analytic potential for water: a Monte Carlo study. Physica A: Statistical Mechanics and Its
Applications, 1996, 224, 550-557. 1.2 16

378 Molecular dynamics investigation of an ethanol-water solution. Physica A: Statistical Mechanics and
Its Applications, 1996, 231, 117-122. 1.2 38

379 Computer modelling studies of the water-structuring properties of carbohydrates and the sweetness
response. Food Chemistry, 1996, 56, 231-240. 4.2 15

380 Theoretical study for the basicities of methylamines in aqueous solution: A RISM-SCF calculation of
solvation thermodynamics. Chemical Physics, 1996, 203, 53-67. 0.9 41

381 Empirical potential Monte Carlo simulation of fluid structure. Chemical Physics, 1996, 202, 295-306. 0.9 683

382 Origin of the anomalous diffusion observed by MD simulation at the protein-water interface.
Chemical Physics Letters, 1996, 263, 559-566. 1.2 50



17

Citation Report

# Article IF Citations

383 Molecular origin of the internal dipole potential in lipid bilayers: role of the electrostatic potential
of water. Chemistry and Physics of Lipids, 1996, 84, 139-146. 1.5 17

384 TRAJAN: A tool for analyzing trajectories from molecular simulations. Journal of Molecular Graphics,
1996, 14, 173-182. 1.7 3

385 Molecular dynamics simulations of peptides from BPTI: A closer look at amideâ€”aromatic interactions.
Journal of Biomolecular NMR, 1996, 8, 229-238. 1.6 84

386 Towards an understanding of the molecular basis of hydrophobicity. Journal of Computer-Aided
Molecular Design, 1996, 10, 321-326. 1.3 7

387
Investigations of peptide hydration using NMR and molecular dynamics simulations: A study of effects
of water on the conformation and dynamics of antamanide. Journal of Biomolecular NMR, 1996, 8,
453-476.

1.6 9

388 Molecular Dynamics Studies of the Properties of Water around Simple Organic Solutes. The Journal
of Physical Chemistry, 1996, 100, 11460-11470. 2.9 154

389 Soft Sticky Dipole Potential for Liquid Water:Â  A New Model. The Journal of Physical Chemistry, 1996,
100, 2723-2730. 2.9 80

390 Electron Transfer Across the Electrode/Electrolyte Interface:â€‰ Influence of Redox Ion Mobility and
Counterions. The Journal of Physical Chemistry, 1996, 100, 10746-10753. 2.9 48

391 Molecular Dynamics Investigation of the Lamellar Liquid-Crystal D-Phase in the Octylammonium
Chloride/Water System. Molecular Simulation, 1996, 16, 219-228. 0.9 3

392 Molecular Dynamics Simulation of Electrolyte Solutions in Ambient and Supercritical Water. 2.
Relative Acidity of HCl. The Journal of Physical Chemistry, 1996, 100, 2716-2722. 2.9 42

393 Cube to cage transitions in (H2O)n (n=12, 16, and 20). Journal of Chemical Physics, 1996, 105, 3715-3721. 1.2 63

394 Engineering a simple polarizable model for the molecular simulation of water applicable over wide
ranges of state conditions. Journal of Chemical Physics, 1996, 105, 8274-8281. 1.2 151

395 Proton dynamics in supercooled water by molecular dynamics simulations and quasielastic neutron
scattering. Journal of Chemical Physics, 1996, 104, 4223-4232. 1.2 62

396 Reverse Monte Carlo analysis of neutron diffraction results: Water around its critical point. Journal
of Chemical Physics, 1996, 105, 2391-2398. 1.2 26

397 Evidence of nonadditive manyâ€•body terms in the water potential. Journal of Chemical Physics, 1996, 105,
7227-7230. 1.2 4

398 Dielectric constant of polarizable water at elevated temperatures. Journal of Chemical Physics, 1996,
105, 10496-10499. 1.2 26

399
Analytical energy gradient for the reference interaction site model multiconfigurational
selfâ€•consistentâ€•field method: Application to 1,2â€•difluoroethylene in aqueous solution. Journal of
Chemical Physics, 1996, 105, 1546-1551.

1.2 242

400 On the effects of truncating the electrostatic interactions: Free energies of ion hydration. Journal of
Chemical Physics, 1996, 104, 9578-9585. 1.2 56



18

Citation Report

# Article IF Citations

401 Quartzlike polymorph of ice. Physical Review B, 1996, 53, R8815-R8817. 1.1 41

402 Free energy simulations: Correcting for electrostatic cutoffs by use of the Poisson equation. Journal
of Chemical Physics, 1996, 104, 7645-7651. 1.2 35

403 Nonadditive, threeâ€•body dipoles and forces on nuclei: New interrelations and an electrostatic
interpretation. Journal of Chemical Physics, 1996, 105, 4076-4093. 1.2 15

404 Wave Vector-Dependent Dielectric Relaxation of Methanolâˆ’Water Mixtures. The Journal of Physical
Chemistry, 1996, 100, 1368-1380. 2.9 55

405 Application of the reference interaction site model theory to analysis on surfaceâ€•induced structure
of water. Journal of Chemical Physics, 1996, 104, 8807-8815. 1.2 50

406 Polarizable pointâ€•charge model for water: Results under normal and extreme conditions. Journal of
Chemical Physics, 1996, 105, 4742-4750. 1.2 167

407 The reaction field method in molecular dynamics simulations of point-polarizable water models.
Molecular Physics, 1996, 88, 1089-1108. 0.8 11

408
Application of the Hydrated Ion Concept for Modeling Aqueous Solutions Containing Highly Charged
Ions:Â  A Monte Carlo Simulation of Cr3+in Water Using an ab Initio Intermolecular Potentialâ€ . The
Journal of Physical Chemistry, 1996, 100, 11748-11754.

2.9 53

409 Orientation of Water Molecules around Small Polar and Nonpolar Groups in Solution:Â  A Neutron
Diffraction and Computer Simulation Study. The Journal of Physical Chemistry, 1996, 100, 1357-1367. 2.9 153

410 Solution of the Ornsteinâˆ’Zernike Equation for Spheres with Octupolar Surface Adhesion:Â  Toward a
Simple Model of Waterâ€ . The Journal of Physical Chemistry, 1996, 100, 1197-1205. 2.9 9

411
Molecular Dynamics Simulation Study of Polarizable Solute Solvation in Water.Â  1. Equilibrium
Solvent Structure and Solute Rotational Dynamics. The Journal of Physical Chemistry, 1996, 100,
1392-1405.

2.9 36

412 Comparison of Continuum and Explicit Models of Solvation:Â  Potentials of Mean Force for Alanine
Dipeptide. The Journal of Physical Chemistry, 1996, 100, 1439-1441. 2.9 81

413 Effects of Solute Electronic Structure Variation on Photon Echo Spectroscopy. The Journal of
Physical Chemistry, 1996, 100, 16451-16456. 2.9 20

414 Infrared and Molecular Dynamics Study of D2O Rotational Relaxation in Supercritical CO2 and Xe. The
Journal of Physical Chemistry, 1996, 100, 18327-18334. 2.9 36

415 Bridge over troubled water: the apparent discrepancy between simulated and experimental
non-ambient water structure. Journal of Physics Condensed Matter, 1996, 8, 9263-9267. 0.7 20

416 Molecular simulation of supercritical water and aqueous solutions. Journal of Physics Condensed
Matter, 1996, 8, 9281-9287. 0.7 12

417 Anomalous and anisotropic diffusion of plastocyanin hydration water. Europhysics Letters, 1997, 37,
201-206. 0.7 24

418 The quest for the structure of water and aqueous solutions. Journal of Physics Condensed Matter,
1997, 9, 2717-2730. 0.7 34



19

Citation Report

# Article IF Citations

419 Pair potential for water from symmetry-adapted perturbation theory. Journal of Chemical Physics,
1997, 107, 4207-4218. 1.2 133

420 Equation of state of supercooled water simulated using the extended simple point charge
intermolecular potential. Journal of Chemical Physics, 1997, 107, 7443-7450. 1.2 152

421 Space-time correlated reaction field: A stochastic dynamical approach to the dielectric continuum.
Journal of Chemical Physics, 1997, 106, 6068-6075. 1.2 21

422 Choet al.Reply:. Physical Review Letters, 1997, 79, 180-180. 2.9 9

423 Modeling and structure of mercury-water interfaces. Journal of Chemical Physics, 1997, 107, 2122-2141. 1.2 54

424 Thermal conductivity of water: Molecular dynamics and generalized hydrodynamics results. Physical
Review E, 1997, 56, 4135-4151. 0.8 26

425 Electrofreezing of water in molecular dynamics simulation accelerated by oscillatory shear. Physical
Review E, 1997, 56, R6279-R6282. 0.8 24

426 Charge shifting in the ultrafast photoreactions of ClOâˆ’in water. Journal of Chemical Physics, 1997,
106, 3485-3493. 1.2 33

427 The local order in liquid water studied through restricted averages of the angular correlation
function. Journal of Chemical Physics, 1997, 107, 9559-9568. 1.2 26

428 Molecular-Dynamics Study of Aqueous Solution of Trehalose and Maltose: Implication for the
Biological Function of Trehalose. Bulletin of the Chemical Society of Japan, 1997, 70, 847-858. 2.0 55

429 A comparison between the NEMO intermolecular water potential and ab initio quantum chemical
calculations for the water trimer tetramer. Molecular Physics, 1997, 90, 277-287. 0.8 8

430 Model Dependence of the Anisotropic Structuring of Solvent Water around Sugars in Molecular
Dynamics Simulations. Journal of Physical Chemistry B, 1997, 101, 1317-1321. 1.2 28

431 Computer simulation of water clusters containing an H2Oâ€“O2 charge-transfer complex. Journal of
the Chemical Society, Faraday Transactions, 1997, 93, 2781-2785. 1.7 5

432 Terahertz Laser Spectroscopy of the Water Pentamer:â€‰ Structure and Hydrogen Bond Rearrangement
Dynamics. Journal of Physical Chemistry A, 1997, 101, 9011-9021. 1.1 95

433 Effect of Polarizability on the Potential of Mean Force of Two Cations. The Guanidiniumâˆ’Guanidinium
Ion Pair in Water. Journal of Physical Chemistry B, 1997, 101, 10910-10917. 1.2 77

434 Theoretical Analysis of the Thermodynamics of ZSM-11 Zeolite Synthesis. Journal of Physical Chemistry
B, 1997, 101, 2207-2212. 1.2 11

435 Hydrogen Bonding in Supercritical Water. 2. Computer Simulations. Journal of Physical Chemistry A,
1997, 101, 9720-9727. 1.1 189

436 Optical Kerr Effect Spectroscopy of Liquid Water:Â  Role of Fluctuating Electronic Polarizability.
Journal of Physical Chemistry B, 1997, 101, 10994-10999. 1.2 21



20

Citation Report

# Article IF Citations

437 Calculation of Long-Range Interactions in Molecular Dynamics and Monte Carlo Simulations. Journal
of Physical Chemistry A, 1997, 101, 4322-4331. 1.1 5

438 Molecular Dynamics Study of Two-Component Systems:Â  The Shape and Surface Structure of
Water/Ethanol Droplets. Journal of Physical Chemistry A, 1997, 101, 8639-8642. 1.1 29

439
Model, Multiply Hydrogen-Bonded Water Oligomers (N= 3âˆ’20). How Closely Can a Separable, ab
Initio-Grounded Molecular Mechanics Procedure Reproduce the Results of Supermolecule Quantum
Chemical Computations?. Journal of Physical Chemistry A, 1997, 101, 8680-8694.

1.1 64

440 Interface between Monoclinic Crystalline Cellulose and Water:Â  Breakdown of the Odd/Even Duplicity.
Langmuir, 1997, 13, 511-518. 1.6 86

441 Understanding the Mechanism for the Mass Accommodation of Ethanol by a Water Droplet. Journal
of Physical Chemistry B, 1997, 101, 5473-5476. 1.2 42

442 Calculation of the Geometry of the Water Molecule in Liquid Water. Journal of Physical Chemistry A,
1997, 101, 10039-10044. 1.1 15

443 Molecular Dynamics Studies of the Hydration of Î±,Î±-Trehalose. Journal of the American Chemical
Society, 1997, 119, 7851-7862. 6.6 154

444 Molecular Dynamics Studies of Hydrated and Dehydrated Na+-Zeolite-4A. Journal of Physical Chemistry
B, 1997, 101, 1762-1768. 1.2 68

445 Molecular dynamics simulations of Leu-enkephalin in water and DMSO. Biophysical Journal, 1997, 72,
2032-2041. 0.2 108

446 Siteâ€“site pair correlation functions of water from 25 to 400â€‰Â°C: Revised analysis of new and old
diffraction data. Journal of Chemical Physics, 1997, 106, 247-254. 1.2 556

447 Investigation of the temperature dependence of dielectric relaxation in liquid water by THz reflection
spectroscopy and molecular dynamics simulation. Journal of Chemical Physics, 1997, 107, 5319-5331. 1.2 539

448 Solvation of Ca2+in Water Studied by Bornâˆ’Oppenheimer ab Initio QM/MM Dynamics. Journal of
Physical Chemistry A, 1997, 101, 6299-6309. 1.1 140

449 A reexamination of the hydrophobic effect: Exploring the role of the solvent model in computing the
methaneâ€“methane potential of mean force. Journal of Chemical Physics, 1997, 106, 9265-9269. 1.2 65

450 The structure of supercritical heavy water as studied by neutron diffraction. Journal of Chemical
Physics, 1997, 107, 2942-2949. 1.2 122

451 From hydrophobic to hydrophilic behaviour: A simulation study of solvation entropy and free energy
of simple solutes. Journal of Chemical Physics, 1997, 107, 1981-1991. 1.2 235

452
The effects of pressure on structural and dynamical properties of associated liquids: Molecular
dynamics calculations for the extended simple point charge model of water. Journal of Chemical
Physics, 1997, 107, 8561-8567.

1.2 95

453 Grand canonical ensemble molecular dynamics simulations: Reformulation of extended system
dynamics approaches. Journal of Chemical Physics, 1997, 107, 8594-8610. 1.2 69

454 Free Energy of the Hydrophobic Interaction from Molecular Dynamics Simulations:â€‰ The Effects of
Solute and Solvent Polarizability. Journal of Physical Chemistry B, 1997, 101, 10488-10493. 1.2 89



21

Citation Report

# Article IF Citations

455 Molecular-dynamics study of incoherent quasielastic neutron-scattering spectra of supercooled
water. Physical Review E, 1997, 56, 4231-4243. 0.8 133

456 The free surface of water: molecular orientation, surface potential and nonlinear susceptibility.
Molecular Physics, 1997, 92, 625-640. 0.8 203

457 RNA hydration: three nanoseconds of multiple molecular dynamics simulations of the solvated tRNA
Asp anticodon hairpin 1 1Edited by J. Karn. Journal of Molecular Biology, 1997, 269, 326-341. 2.0 148

458 Molecular dynamics study of water clusters, liquid, and liquidâ€“vapor interface of water with
many-body potentials. Journal of Chemical Physics, 1997, 106, 8149-8159. 1.2 607

459 Calibration and Testing of a Water Model for Simulation of the Molecular Dynamics of Proteins and
Nucleic Acids in Solution. Journal of Physical Chemistry B, 1997, 101, 5051-5061. 1.2 503

460 Analysis of salt effects on solubility of noble gases in water using the reference interaction site
model theory. Journal of Chemical Physics, 1997, 106, 5202-5215. 1.2 75

461 Unit cells for the simulation of hexagonal ice. Journal of Chemical Physics, 1997, 106, 1518-1529. 1.2 199

462 Solvation structure and stability of peptides in aqueous solutions analyzed by the reference
interaction site model theory. Journal of Chemical Physics, 1997, 107, 1586-1599. 1.2 56

463 The Liquidâ€”Liquid Critical-Point Hypothesis. ACS Symposium Series, 1997, , 246-263. 0.5 1

464 A modular molecular dynamics / quantum dynamics program for non-adiabatic proton transfers in
solution. Computer Physics Communications, 1997, 107, 61-91. 3.0 41

465 Molecular dynamics simulation of NaCl solutions in methanolâ€”water mixtures. Intramolecular
vibrations of the solvent components. Chemical Physics, 1997, 218, 49-55. 0.9 17

466 Molecular dynamics study of conformational equilibria in aqueous d-glucose and d-galactose.
Computational and Theoretical Chemistry, 1997, 395-396, 289-295. 1.5 15

467 Internal dynamics of d(CGCAAATTTGCG) 2 : a comparison of NMR relaxation measurements with a
molecular dynamics simulation. European Biophysics Journal, 1997, 26, 239-245. 1.2 7

468 Flickering noise in the potential energy fluctuations of proteins as investigated by MD simulation.
Physics Letters, Section A: General, Atomic and Solid State Physics, 1997, 236, 596-601. 0.9 25

469 Cooperative molecular motions in water: The liquid-liquid critical point hypothesis. Physica A:
Statistical Mechanics and Its Applications, 1997, 236, 19-37. 1.2 39

470 The mean electrostatic potential difference between liquid water and vacuum by MD simulation.
Journal of Molecular Liquids, 1997, 71, 1-10. 2.3 6

471 Specific and bulk solvent nonadditive contributions to the in-solution binding energy of
ammonium-water clusters. Chemical Physics, 1997, 214, 113-121. 0.9 14

472 Water residence times around copper plastocyanin: a molecular dynamics simulation approach.
Chemical Physics, 1997, 214, 261-276. 0.9 57



22

Citation Report

# Article IF Citations

473 Structure and dynamics at the surface of a concentrated aqueous solution of CsF. Chemical Physics,
1997, 220, 261-278. 0.9 14

474 Interaction of a G-DNA quadruplex with mono- and divalent cations A force field calculation.
Biophysical Chemistry, 1997, 67, 177-186. 1.5 19

475 Long-term molecular dynamics simulation of copper plastocyanin in water. Biophysical Chemistry,
1997, 69, 185-198. 1.5 30

476 A comparison of techniques for calculating protein essential dynamics. Journal of Computational
Chemistry, 1997, 18, 169-181. 1.5 159

477
Free energies of hydration from thermodynamic integration: Comparison of molecular mechanics
force fields and evaluation of calculation accuracy. Journal of Computational Chemistry, 1997, 18,
449-462.

1.5 35

478 Calculation of hydration free energy for a solute with many atomic sites using the RISM theory: A
robust and efficient algorithm. , 1997, 18, 1320-1326. 38

479 Advancing beyond the atom-centered model in additive and nonadditive molecular mechanics. Journal
of Computational Chemistry, 1997, 18, 1632-1646. 1.5 119

480 A simple two-dimensional representation for the common secondary structural elements of
polypeptides and proteins. , 1997, 27, 227-233. 7

481 Glass transition in aqueous solutions of glucose. Molecular dynamics simulation. Carbohydrate
Research, 1997, 300, 51-57. 1.1 36

482 Molecular dynamics simulations of the aqueous solution of tetramethylammonium chloride.
Chemical Physics Letters, 1997, 268, 325-330. 1.2 29

483 Comparison of the interface between water and four surfaces of native crystalline cellulose by
molecular dynamics simulations. Carbohydrate Research, 1998, 306, 205-220. 1.1 107

484 Computer simulation of the cyclodextrinâ€“phenylalanine complex. Carbohydrate Research, 1998, 310,
253-259. 1.1 17

485 The hydration shell structure of Li+ investigated by Bornâ€“Oppenheimer ab initio QM/MM dynamics.
Chemical Physics Letters, 1998, 286, 56-64. 1.2 89

486 Molecular dynamics simulation of the limiting conductance of NaCl in supercritical water. Chemical
Physics Letters, 1998, 293, 289-294. 1.2 51

487 Local structural heterogeneities in liquid water under pressure. Chemical Physics Letters, 1998, 294,
9-12. 1.2 87

488 Molecular association between water and dimethyl sulfoxide in solution: the librational dynamics of
water. Chemical Physics Letters, 1998, 296, 125-130. 1.2 46

489 Title is missing!. Journal of Solution Chemistry, 1998, 27, 935-948. 0.6 35

490 A molecular dynamics study of sub- and supercritical water using a polarizable potential model.
Journal of Chemical Physics, 1998, 109, 4873-4884. 1.2 101



23

Citation Report

# Article IF Citations

491 All-Atom Empirical Potential for Molecular Modeling and Dynamics Studies of Proteinsâ€ . Journal of
Physical Chemistry B, 1998, 102, 3586-3616. 1.2 12,915

492 Rapid estimation of relative binding affinities of enzyme inhibitors. Journal of Computer - Aided
Molecular Design, 1998, 9/11, 85-98. 1.0 0

493 Surfactant Aggregation at a Hydrophobic Surface. Journal of Physical Chemistry B, 1998, 102, 6318-6322. 1.2 81

494 Molecular Computer Simulations of the Swelling Properties and Interlayer Structure of Cesium
Montmorillonite. Langmuir, 1998, 14, 5959-5967. 1.6 200

495 Molecular dynamics simulation of tracer diffusion of acetonitril in polyacrylamide hydrogels.
Zeitschrift Fur Elektrotechnik Und Elektrochemie, 1998, 102, 1620-1624. 0.9 2

496 Molecular dynamics study of electrolyteâ€•filled pores. Zeitschrift Fur Elektrotechnik Und
Elektrochemie, 1998, 102, 1689-1692. 0.9 6

497 A molecular dynamics study of carbon dioxide in water: diffusion, structure and thermodynamics.
Molecular Physics, 1998, 94, 963-972. 0.8 70

498 Role of interfacial water in the molecular dynamics-simulated dynamical transition of plastocyanin.
Chemical Physics Letters, 1998, 291, 7-14. 1.2 52

499 Singular behavior of the reference interaction site model theory observed for peptide in salt
solution. Chemical Physics Letters, 1998, 297, 433-438. 1.2 6

500 Melting behavior of the (H2O)6 and (H2O)8 clusters. Chemical Physics, 1998, 239, 593-601. 0.9 67

501 Flexible molecular models for molecular dynamics study of near and supercritical water. Fluid Phase
Equilibria, 1998, 144, 287-298. 1.4 60

502 Permeation of small penetrants in hydrogels. Fluid Phase Equilibria, 1998, 144, 441-448. 1.4 35

503 Molecular dynamics simulation with atomic partial charges update of erythtrol in water.
Computational and Theoretical Chemistry, 1998, 431, 7-15. 1.5 7

504 A mean field approach that combines quantum mechanics and molecular dynamics simulation: the
water molecule in liquid water. Computational and Theoretical Chemistry, 1998, 426, 181-190. 1.5 37

505
Computer simulations of dipolar liquids near charged solid surfaces: electric-field-induced
modifications of structure and dynamics of interfacial solvent. Computational and Theoretical
Chemistry, 1998, 455, 1-8.

1.5 11

506 Molecular Dynamic Simulations of Single, Interacting, and Sheared Double Layers. Journal of Colloid
and Interface Science, 1998, 208, 555-561. 5.0 14

507 Transport processes of water and protons through micropores. AICHE Journal, 1998, 44, 35-47. 1.8 62

508 Crystal Structure. , 0, , 295-344. 5



24

Citation Report

# Article IF Citations

509 A pseudo-particle approach for studying protein-ligand models truncated to their active sites. , 1998,
38, 619-637. 4

510 Temperature dependence of TIP3P, SPC, and TIP4P water from NPT Monte Carlo simulations: Seeking
temperatures of maximum density. Journal of Computational Chemistry, 1998, 19, 1179-1186. 1.5 403

511 Calculation of solvation free energy using RISM theory for peptide in salt solution. Journal of
Computational Chemistry, 1998, 19, 1724-1735. 1.5 39

512 Hydration energy landscape of the active site cavity in cytochrome P450cam. , 1998, 32, 381-396. 49

513 Identification of functional and unfolding motions of cutinase as obtained from molecular dynamics
computer simulations. , 1998, 33, 253-264. 40

514 Torsional eigenvalues of the water trimer on several ab initio potential surfaces. International
Journal of Quantum Chemistry, 1998, 68, 233-252. 1.0 10

515 Molecular dynamics investigations of hammerhead ribozyme RNA. European Biophysics Journal, 1998,
27, 153-165. 1.2 62

516
Molecular dynamics calculations and Monte Carlo simulation of diffusivities in aqueous systems
application to nitrate reduction on bimetal catalyst immobilized in poly (vinyl alcohol)-hydrogel.
Computers and Chemical Engineering, 1998, 22, S611-S614.

2.0 3

517 Adsorption of water molecules in slit pores. Journal of Electroanalytical Chemistry, 1998, 450, 281-287. 1.9 45

518 Computer simulation of the structure of the electrochemical double layer. Journal of
Electroanalytical Chemistry, 1998, 450, 327-334. 1.9 52

519 Structure and dynamics of water at water|Pt interface as seen by molecular dynamics computer
simulation. Journal of Electroanalytical Chemistry, 1998, 450, 313-325. 1.9 39

520 Monte Carlo simulation of high-pressure phase equilibria in aqueous systems. Fluid Phase Equilibria,
1998, 150-151, 33-40. 1.4 25

521 Effect of oscillatory shear on the fluidâ€“solid phase transition of supercooled water. Fluid Phase
Equilibria, 1998, 150-151, 141-149. 1.4 3

522 Three-dimensional structure and hydrogen bonding of water in sub- and supercritical regions: a
molecular simulation study. Journal of Supercritical Fluids, 1998, 13, 83-91. 1.6 17

523 Determination of the orientational pair correlation function of a molecular liquid from diffraction
data. Journal of Molecular Liquids, 1998, 78, 179-200. 2.3 37

524 Orientational correlations near interfaces. Computer simulations of water and electrolyte solutions
in confined environments. Journal of Molecular Liquids, 1998, 78, 233-253. 2.3 25

525 Hydration properties of xylitol: computer simulation. International Journal of Biological
Macromolecules, 1998, 23, 149-155. 3.6 11

526 A new order parameter for tetrahedral configurations. Molecular Physics, 1998, 93, 511-518. 0.8 466



25

Citation Report

# Article IF Citations

527 Structural Investigation of Soluteâˆ’Solute Interactions in Aqueous Solutions of Tertiary Butanol.
Journal of Physical Chemistry B, 1998, 102, 3551-3563. 1.2 202

528 A Simple Model of Water and the Hydrophobic Effect. Journal of the American Chemical Society, 1998,
120, 3166-3175. 6.6 310

529 Simulations of H2O Solid, Liquid, and Clusters, with an Emphasis on Ferroelectric Ordering
Transition in Hexagonal Ice. Journal of Physical Chemistry B, 1998, 102, 8641-8653. 1.2 268

530 Molecular dynamics simulations of aqueous NaCl solutions at high pressures and temperatures.
Chemical Geology, 1998, 151, 11-19. 1.4 95

531 Solvent Structure, Dynamics, and Ion Mobility in Aqueous Solutions at 25 Â°C. Journal of Physical
Chemistry B, 1998, 102, 4193-4204. 1.2 857

532 Spectroscopic and dielectric properties of liquid water: A molecular dynamics simulation study.
Journal of Chemical Physics, 1998, 109, 4911-4919. 1.2 60

533 Hydration and Dynamics of a Tetramethylammonium Ion in Water:â€‰ A Computer Simulation Study.
Journal of Physical Chemistry B, 1998, 102, 7448-7454. 1.2 54

534 Topological and spatial structure in the liquid-waterâ€“acetonitrile mixture. Physical Review E, 1998, 58,
4706-4715. 0.8 63

535 Importance of Polarization Effects in Modeling the Hydrogen Bond in Water Using Classical
Molecular Dynamics Techniques. Journal of Physical Chemistry B, 1998, 102, 620-624. 1.2 78

536 Molecular dynamics simulations of stretched water: Local structure and spectral signatures. Journal
of Chemical Physics, 1998, 108, 9039-9049. 1.2 35

537 Neutron diffraction study of high density supercritical water. Journal of Chemical Physics, 1998, 109,
3180-3184. 1.2 78

538
Generalized molecular mechanics including quantum electronic structure variation of polar
solvents. II. A molecular dynamics simulation study of water. Journal of Chemical Physics, 1998, 108,
3286-3295.

1.2 42

539 RESEARCH NOTE The use of a point polarizable dipole in intermolecular potentials for water.
Molecular Physics, 1998, 94, 873-876. 0.8 12

540 Structure-Based Drug Design Approaches for Predicting Binding Affinities of Hiv1 Protease Inhibitors.
Journal of Enzyme Inhibition and Medicinal Chemistry, 1998, 14, 1-14. 0.5 7

541 Structural Characterization of Self-Assembled Lipid Monolayers byNÏ€TSimulation. Langmuir, 1998, 14,
5255-5266. 1.6 19

542 Protonizable Water Model for Quantum Dynamical Simulations. Journal of Physical Chemistry A, 1998,
102, 4669-4678. 1.1 35

543 Molecular Dynamics Studies of Sodium Diffusion in Hydrated Na+-Zeolite-4A. Journal of Physical
Chemistry B, 1998, 102, 10658-10662. 1.2 39

544 Molecular Theories and Simulation of Ions and Polar Molecules in Water. Journal of Physical
Chemistry A, 1998, 102, 7885-7895. 1.1 183



26

Citation Report

# Article IF Citations

545 Molecular and Atomic Dipole Moments in Heteronuclear and Homonuclear Diatomics. Density
Functional Approach. Journal of Physical Chemistry A, 1998, 102, 4808-4812. 1.1 9

546 Molecular Dynamics Simulations in Aqueous Solution:Â  Application to Free Energy Calculation of
Oligopeptides. Journal of Physical Chemistry B, 1998, 102, 6419-6424. 1.2 11

547 A Fixed Point Charge Model for Water Optimized to the Vaporâˆ’Liquid Coexistence Properties. Journal
of Physical Chemistry B, 1998, 102, 7470-7475. 1.2 178

548 Molecular Dynamics Simulations of Water at NaCl(001) and NaCl(011) Surfaces. Journal of Physical
Chemistry B, 1998, 102, 1974-1981. 1.2 51

549 Aminoglycoside binding to the hammerhead ribozyme: a general model for the interaction of cationic
antibiotics with RNA 1 1Edited by J. Karn. Journal of Molecular Biology, 1998, 276, 903-912. 2.0 181

550 Hydrophobic Effects on a Molecular Scale. Journal of Physical Chemistry B, 1998, 102, 10469-10482. 1.2 331

551 Molecular Simulation of Phase Equilibria for Waterâˆ’Methane and Waterâˆ’Ethane Mixtures. Journal of
Physical Chemistry B, 1998, 102, 8865-8873. 1.2 115

552 Simulating Energy Flow in Biomolecules: Application to Tuna Cytochrome c. Biophysical Journal, 1998,
75, 60-69. 0.2 17

553
Effects of Anesthetics on the Structure of a Phospholipid Bilayer: Molecular Dynamics Investigation
of Halothane in the Hydrated Liquid Crystal Phase of Dipalmitoylphosphatidylcholine. Biophysical
Journal, 1998, 75, 2123-2134.

0.2 86

554 Constant-Pressure Molecular Dynamics Investigation of Cholesterol Effects in a
Dipalmitoylphosphatidylcholine Bilayer. Biophysical Journal, 1998, 75, 2147-2156. 0.2 194

555 A Molecular Dynamics Study of the Pores Formed by Escherichia coli OmpF Porin in a Fully Hydrated
Palmitoyloleoylphosphatidylcholine Bilayer. Biophysical Journal, 1998, 74, 2786-2801. 0.2 346

556 Analysis of the hydrogen-bonded structure of water from ambient to supercritical conditions.
Journal of Chemical Physics, 1998, 108, 8528-8540. 1.2 175

557 Computational Alchemy To Calculate Absolute Proteinâˆ’Ligand Binding Free Energy. Journal of the
American Chemical Society, 1998, 120, 2710-2713. 6.6 94

558 Shear viscosity of polar liquid mixtures via non-equilibrium molecular dynamics: water, methanol,
and acetone. Molecular Physics, 1998, 94, 555-564. 0.8 29

559 Comment on â€œMolecular Thermodynamics of Hydrophobic Hydrationâ€•. Journal of Physical Chemistry
B, 1998, 102, 8941-8942. 1.2 1

560 Engineering a Molecular Model for Water Phase Equilibrium over a Wide Temperature Range. Journal
of Physical Chemistry B, 1998, 102, 1029-1035. 1.2 159

561 Binary nucleation of sulfuric acid-water: Monte Carlo simulation. Journal of Chemical Physics, 1998,
108, 6829-6848. 1.2 100

562 Direct evaluation of the equilibrium distribution of physical clusters by a grand canonical Monte
Carlo simulation. Journal of Chemical Physics, 1998, 108, 3416-3423. 1.2 95



27

Citation Report

# Article IF Citations

563
The ion pairing and hydration structure of Ni2+ in supercritical water at 425â€‰Â°C determined by x-ray
absorption fine structure and molecular dynamics studies. Journal of Chemical Physics, 1998, 108,
4039-4046.

1.2 89

564 A systematic study of water models for molecular simulation: Derivation of water models optimized
for use with a reaction field. Journal of Chemical Physics, 1998, 108, 10220-10230. 1.2 581

565 Computer Simulation Studies on the Polymer-Induced Modification of Water Properties in
Polyacrylamide Hydrogels. Journal of Physical Chemistry B, 1998, 102, 4875-4886. 1.2 62

566 Hydrogen bonded clusters in the liquid phase: I. Analysis of the velocity correlation function of
water triplets. Journal of Physics Condensed Matter, 1998, 10, 9231-9240. 0.7 34

567 Does solvation cause symmetry breaking in the I3âˆ’ ion in aqueous solution?. Journal of Chemical
Physics, 1998, 109, 9928-9937. 1.2 52

568 A molecular-orbital derived polarization potential for liquid water. Journal of Chemical Physics, 1998,
109, 2346-2354. 1.2 107

569
Generalized molecular mechanics including quantum electronic structure variation of polar
solvents. I. Theoretical formulation via a truncated adiabatic basis set description. Journal of
Chemical Physics, 1998, 108, 3277-3285.

1.2 24

570 Cavity Expulsion and Weak Dewetting of Hydrophobic Solutes in Water. Physical Review Letters, 1998,
80, 4193-4196. 2.9 126

571 Rationalization of the dielectric properties of common three-site water models in terms of their
force field parameters. Journal of Chemical Physics, 1998, 109, 4927-4937. 1.2 128

573 Molecular-dynamics simulation evidences of a boson peak in protein hydration water. Physical Review
E, 1998, 57, R6277-R6280. 0.8 30

574 Correcting for electrostatic cutoffs in free energy simulations: Toward consistency between
simulations with different cutoffs. Journal of Chemical Physics, 1998, 108, 9617-9623. 1.2 23

575 Pressure calculation in polar and charged systems using Ewald summation: Results for the extended
simple point charge model of water. Journal of Chemical Physics, 1998, 109, 2791-2797. 1.2 66

576 Integral equations and simulation studies of waterlike models. Journal of Chemical Physics, 1998, 108,
4505-4515. 1.2 11

577 Phase coexistence properties of polarizable water models. Molecular Physics, 1998, 94, 803-808. 0.8 49

578 Vibrational phase and energy relaxation of CNâˆ’ in water. Journal of Chemical Physics, 1998, 108, 142-153. 1.2 173

579 Semischematic model for the center-of-mass dynamics in supercooled molecular liquids. Physical
Review E, 1998, 57, 1485-1488. 0.8 20

580 Water dynamical anomalies evidenced by molecular-dynamics simulations at the solvent-protein
interface. Physical Review E, 1998, 57, 3315-3325. 0.8 166

581 The partial pair correlation functions of dense supercritical water. Europhysics Letters, 1998, 42,
265-270. 0.7 65



28

Citation Report

# Article IF Citations

582
Effects of counter-ions and volume on the simulated dynamics of solvated proteins. Application to
the activation domain of procarboxypeptidase B. Protein Engineering, Design and Selection, 1998, 11,
881-890.

1.0 4

583 Surface properties of water clusters: a molecular dynamics study. Molecular Physics, 1998, 95,
203-209. 0.8 36

584 New ab initio VB interaction potential for molecular dynamics simulation of liquid water. Advances in
Quantum Chemistry, 1998, 32, 263-284. 0.4 6

585 Molecular dynamics studies of the hexagonal mesophase of sodium dodecylsulphate in aqueous
solution. Molecular Physics, 1998, 95, 377-384. 0.8 20

586 Free Energy Profiles for Na+ and Cl- Adsorption onto Water/NaCl Crystal Interfaces Evaluated by
Molecular Dynamics Simulation.. Journal of Chemical Engineering of Japan, 1998, 31, 771-779. 0.3 19

587
Mode coupling for non-spherical molecules: A semischematic model applied to simulated water. The
Philosophical Magazine: Physics of Condensed Matter B, Statistical Mechanics, Electronic, Optical and
Magnetic Properties, 1998, 77, 499-505.

0.6 4

588 Chemical Processes in Solution Studied by an Integral Equation Theory of Molecular Liquids. Bulletin
of the Chemical Society of Japan, 1998, 71, 1483-1499. 2.0 68

589 Hydration for a series of hydrocarbons. Proceedings of the National Academy of Sciences of the
United States of America, 1998, 95, 8436-8440. 3.3 56

590 Ab initio and molecular dynamics studies of cationâ€“water interactions. Theoretical and
Computational Chemistry, 1999, 7, 431-469. 0.2 6

591 Spatial Structure in Molecular Liquids. Theoretical and Computational Chemistry, 1999, 7, 61-97. 0.2 16

592 Computational analysis of chain flexibility and fluctuations in Rhizomucor miehei lipase. Protein
Engineering, Design and Selection, 1999, 12, 747-754. 1.0 38

593 Nucleic Acid Bases in Solution. Theoretical and Computational Chemistry, 1999, 8, 119-166. 0.2 7

594 Comparison of different water models from ambient to supercritical conditions: A Monte Carlo
simulation and molecular Ornsteinâ€“Zernike study. Journal of Chemical Physics, 1999, 110, 8019-8031. 1.2 96

595 Hydrophobic effects: A computer simulation study of the temperature influence in dilute O2 aqueous
solutions. Journal of Chemical Physics, 1999, 110, 1025-1035. 1.2 27

596 Reversible molecular dynamics for rigid bodies and hybrid Monte Carlo. Journal of Chemical Physics,
1999, 110, 3291-3301. 1.2 74

597 Nonlinear theory of metal-solvent interface using the density functional approach. Physical Review E,
1999, 59, 3140-3146. 0.8 4

598 Ionization reactions of ion complexes in mesoscopic water clusters. Journal of Chemical Physics,
1999, 111, 10183-10191. 1.2 18

599 An ab initio analysis of medium perturbation on molecular polarizabilities. Journal of Chemical
Physics, 1999, 110, 11987-11998. 1.2 76



29

Citation Report

# Article IF Citations

600 A molecular-dynamics simulation study of water on NaCl(100) using a polarizable water model.
Journal of Chemical Physics, 1999, 110, 12097-12107. 1.2 67

601 Interaction-site-model description of collective excitations in liquid water. II: Comparison with
simulation results. Journal of Chemical Physics, 1999, 111, 3095-3104. 1.2 9

602 Interaction-site-model description of collective excitations in liquid water. I: Theoretical study.
Journal of Chemical Physics, 1999, 111, 3083-3094. 1.2 18

603 Structure of dipolar liquids near charged solid surfaces: A nonlinear theory based on a density
functional approach and Monte Carlo simulations. Journal of Chemical Physics, 1999, 110, 8129-8138. 1.2 15

604
Analysis on conformational stability of C-peptide of ribonuclease A in water using the reference
interaction site model theory and Monte Carlo simulated annealing. Journal of Chemical Physics, 1999,
110, 4090-4100.

1.2 47

605 Phase coexistence properties for the polarizable point charge model of water and the effects of
applied electric field. Journal of Chemical Physics, 1999, 111, 9034-9038. 1.2 33

606 Molecular simulation of the temperature- and density-dependence of ionic hydration in aqueous SrCl2
solutions using rigid and flexible water models. Journal of Chemical Physics, 1999, 111, 5141-5149. 1.2 37

607 Observation of chloride-ion hydration in high-temperature liquid and supercritical water by spherical
harmonic expansion analysis. Journal of Chemical Physics, 1999, 110, 3529-3535. 1.2 36

608 Molecular mode-coupling theory for supercooled liquids: Application to water. Physical Review E,
1999, 60, 5768-5777. 0.8 87

609 Dielectric constant of water at high electric fields: Molecular dynamics study. Journal of Chemical
Physics, 1999, 110, 7935-7942. 1.2 183

610 Free energy calculations on systems of rigid molecules: An application to the TIP4P model of H2O.
Journal of Chemical Physics, 1999, 110, 55-61. 1.2 90

611 Molecular dynamics simulations in the grand canonical ensemble: Formulation of a bias potential for
umbrella sampling. Journal of Chemical Physics, 1999, 110, 8295-8302. 1.2 31

612 Intermolecular energy transfer in liquid water and its contribution to heat conduction: A molecular
dynamics study. Journal of Chemical Physics, 1999, 111, 6492-6500. 1.2 59

613 Slow Dynamics of Water under Pressure. Physical Review Letters, 1999, 82, 3629-3632. 2.9 108

614 Structure of supercooled and glassy water under pressure. Physical Review E, 1999, 60, 1084-1087. 0.8 75

615 Topological and spatial aspects of the hydration of solutes of extreme solvation entropy. Physical
Review E, 1999, 60, 4482-4495. 0.8 14

616 Fast and Slow Dynamics of Hydrogen Bonds in Liquid Water. Physical Review Letters, 1999, 82,
2294-2297. 2.9 211

617 Confined water in hydrophobic nanopores:â€ƒDynamics of freezing into bilayer ice. Physical Review E,
1999, 60, 5833-5840. 0.8 34



30

Citation Report

# Article IF Citations

618 Dynamics of ions in liquid water: An interaction-site-model description. Journal of Chemical Physics,
1999, 111, 3654-3667. 1.2 43

619 Molecular Dynamics Simulation of Self-Diffusion and Maxwell-Stefan Diffusion Coefficients in Liquid
Mixtures of Methanol and Water. Molecular Simulation, 1999, 23, 79-94. 0.9 17

620 Monte Carlo simulation of Fâˆ’(H2O)4 using an ab initio potential. Journal of Chemical Physics, 1999, 110,
4338-4346. 1.2 54

621
Secondary Structures and Intramolecular Interactions in Fragments of the B-Loops of Naturally
Occurring Analogs of Epidermal Growth Factor. Journal of Biomolecular Structure and Dynamics,
1999, 17, 393-407.

2.0 8

622 Free energies of solvation with quantum mechanical interaction energies from classical mechanical
simulations. Journal of Chemical Physics, 1999, 110, 1329-1337. 1.2 76

623 A simulation study of the kinetics of passage of CO2 and N2 through the liquid/vapor interface of
water. Journal of Chemical Physics, 1999, 111, 2190-2199. 1.2 31

624 Dynamical properties of the soft sticky dipole model of water: Molecular dynamics simulations.
Journal of Chemical Physics, 1999, 111, 2701-2709. 1.2 47

625 On the computer simulation of a hydrophobic vitreous silica surface. Journal of Chemical Physics,
1999, 111, 9803-9812. 1.2 114

626 An integral equation study of a simple point charge model of water. Journal of Chemical Physics, 1999,
110, 1148-1153. 1.2 64

627 MD-simulation study of the hydrophobic hydration of nonionic surfactants. Colloids and Surfaces A:
Physicochemical and Engineering Aspects, 1999, 156, 489-500. 2.3 8

628 Low frequency anomaly in the hydration water of Copper Azurin. Physica B: Condensed Matter, 1999,
269, 409-415. 1.3 2

629 The Yukagua model of water. Physica A: Statistical Mechanics and Its Applications, 1999, 265, 396-409. 1.2 24

630 Molecular dynamics simulation of plastocyanin potential energy fluctuations: 1/f noise. Physica A:
Statistical Mechanics and Its Applications, 1999, 267, 257-270. 1.2 27

631 Nonadiabatic processes in solution: molecular dynamics and surface hopping. Chemical Physics, 1999,
246, 315-322. 0.9 13

632 Towards a better description and understanding of biomolecular solvation. Biophysical Chemistry,
1999, 78, 43-68. 1.5 43

633 Towards molecular dynamics simulation of large proteins with a hydration shell at constant
pressure. Biophysical Chemistry, 1999, 78, 157-182. 1.5 56

634 Integral equation theories for predicting water structure around molecules. Biophysical Chemistry,
1999, 78, 97-111. 1.5 22

635 Long-term molecular dynamics simulation of copper azurin: structure, dynamics and functionality.
Biophysical Chemistry, 1999, 78, 247-257. 1.5 33



31

Citation Report

# Article IF Citations

636 Adenine-thymine molecular dynamics simulation. Conformation, hydration and magnetic behaviour.
Journal of Molecular Liquids, 1999, 79, 177-186. 2.3 6

637 Water in porous glasses. A computer simulation study. Journal of Molecular Liquids, 1999, 80, 165-178. 2.3 65

638 Electron-density-based calculations of intermolecular energy: case of urea. Acta Crystallographica
Section A: Foundations and Advances, 1999, 55, 821-827. 0.3 31

639 Aqueous solution near charged Ag(111) surfaces: comparison between a computer simulation and
experiment. Chemical Physics Letters, 1999, 301, 81-86. 1.2 36

640 Grand canonical Monte Carlo simulation of an electrolyte with a solvent primitive model. Chemical
Physics Letters, 1999, 307, 419-424. 1.2 17

641 Simulations of the dynamics at an RNA-protein interface. , 1999, 6, 540-544. 39

642 Molecular simulation of the electrochemical double layer. Electrochimica Acta, 1999, 44, 1697-1705. 2.6 117

643 Hydration of glucose in the rubbery and glassy states studied by molecular dynamics simulation.
Carbohydrate Research, 1999, 315, 63-69. 1.1 36

644 Improved carbohydrate force field for gromos: ring and hydroxymethyl group conformations and
exo-anomeric effect. Carbohydrate Research, 1999, 322, 264-273. 1.1 42

645 Free energy profiles of electron transfer at waterâ€“electrode interface studied by the reference
interaction site model theory. Chemical Physics Letters, 1999, 305, 251-257. 1.2 10

646 Molecular Dynamics Simulation of Mg2+ and Ca2+ Ions in Water. Journal of Solution Chemistry, 1999,
28, 1113-1126. 0.6 36

647 A molecular dynamics study of the 41â€•56 Î²â€•hairpin from B1 domain of protein G. Protein Science, 1999, 8,
2130-2143. 3.1 109

648 Approximate equations of the theory of liquids in the statistical thermodynamics of classical liquid
systems. Physics-Uspekhi, 1999, 42, 545-561. 0.8 31

649 Incoherent neutron scattering of copper azurin: a comparison with molecular dynamics simulation
results. European Biophysics Journal, 1999, 28, 447-456. 1.2 44

650 Constructing the suitable initial configuration of the membrane-protein system in molecular
dynamics simulations. European Biophysics Journal, 1999, 28, 478-488. 1.2 10

651 The system of hydrogen bonds in Ba2Re6Te8(CN)6Â·12H2O: Simulation and NMR study. Journal of
Structural Chemistry, 1999, 40, 35-41. 0.3 3

652 Effect of repulsive interaction on the structural and dynamic features of liquid water. The role of
molecular polarizability. Journal of Structural Chemistry, 1999, 40, 246-252. 0.3 0

653 The link between physics and chemistry in track modelling. Radiation and Environmental Biophysics,
1999, 38, 221-228. 0.6 3



32

Citation Report

# Article IF Citations

654 Liquid water: A very complex fluid. Pramana - Journal of Physics, 1999, 53, 53-83. 0.9 22

655 Variable charge molecular dynamics simulationâ€”adenine molecule in water. Computational and
Theoretical Chemistry, 1999, 490, 243-248. 1.5 2

656 Molecular Dynamics Simulation of Double Proton Transfer: Adenineâ€“Thymine Base Pair. Journal of
Theoretical Biology, 1999, 201, 93-102. 0.8 13

657 Kirkwoodâ€“Buff Thermodynamics Derived from Grand Canonical Molecular Dynamics and DRISM
Calculations. Journal of Computational Physics, 1999, 151, 135-145. 1.9 12

658 Basics of Surface Hopping in Mixed Quantum/Classical Simulations. Journal of Computational Physics,
1999, 153, 225-272. 1.9 123

659 Molecular dynamics of mouse acetylcholinesterase complexed with huperzine A. , 1999, 50, 347-359. 25

660
Calculation of relative solvation free energy differences by thermodynamic perturbation method:
Dependence of free energy results on simulation length. Journal of Computational Chemistry, 1999, 20,
1018-1027.

1.5 9

661 Herman Berendsen: Researcher, teacher, scholar, colleague, skipper. Proteins: Structure, Function
and Bioinformatics, 1999, 36, 381-382. 1.5 1

662 Dynamical properties of fasciculin-2. , 1999, 36, 447-453. 12

663 Accessibility and order of water sites in and around proteins: A crystallographic time-averaging
study. , 1999, 36, 501-511. 26

664 Molecular dynamics simulations of human glutathione transferase P1-1: Analysis of the induced-fit
mechanism by GSH binding. , 1999, 37, 1-9. 27

665 Scientific Computing in Chemical Engineering II. , 1999, , . 12

666 Computer simulation of the structural effect of pressure on the hydrophobic hydration of methane.
Molecular Physics, 1999, 96, 109-122. 0.8 55

667 Voids and clusters in expanded water. Journal of Chemical Physics, 1999, 110, 2109-2115. 1.2 64

668 Transport and spectroscopy of the hydrated proton: A molecular dynamics study. Journal of Chemical
Physics, 1999, 111, 4251-4266. 1.2 261

669 The Equation of State of an Energy Landscape. Journal of Physical Chemistry B, 1999, 103, 7390-7397. 1.2 103

670 Model for single-particle dynamics in supercooled water. Physical Review E, 1999, 59, 6708-6714. 0.8 115

671 Self-Assembly of Reverse Micelles in Water/Surfactant/Carbon Dioxide Systems by Molecular
Simulation. Langmuir, 1999, 15, 5188-5192. 1.6 88



33

Citation Report

# Article IF Citations

672 Ion solvation dynamics in waterâ€“methanol and waterâ€“ dimethylsulfoxide mixtures. Journal of
Chemical Physics, 1999, 110, 10937-10944. 1.2 77

673 Molecular Dynamics Simulation of the Hydration of the Alanine Dipeptide. Journal of Physical
Chemistry B, 1999, 103, 3935-3941. 1.2 33

674 Effect of uniform electric field on homogeneous vaporâ€“liquid nucleation and phase equilibria. II.
Extended simple point charge model water. Journal of Chemical Physics, 1999, 110, 2533-2538. 1.2 33

675 The effect of hydrophobic and hydrophilic channel walls on the structure and diffusion of water
and ions. Journal of Chemical Physics, 1999, 111, 7985-7999. 1.2 88

676 Validation of molecular simulation by comparison with experiment: Rotational reorientation of
tryptophan in water. Journal of Chemical Physics, 1999, 110, 3049-3055. 1.2 38

677 Structural study of supercritical water. II. Computer simulations. Journal of Chemical Physics, 1999,
110, 8000-8011. 1.2 74

678 Solvation response of polar liquid mixtures: Water-dimethylsulfoxide. Journal of Chemical Physics,
1999, 111, 300-309. 1.2 61

679 Liquid vapor equilibria for an ab initio model for water. Journal of Chemical Physics, 1999, 111,
2103-2108. 1.2 18

680 Accommodation of Alcohols by the Liquid/Vapor Interface of Water:Â  Molecular Dynamics Study.
Journal of Physical Chemistry B, 1999, 103, 844-851. 1.2 60

681 Calculation of the vapour-liquid coexistence curve for a fluctuating point charge water model.
Molecular Physics, 1999, 97, 993-996. 0.8 23

682 Temperature dependence of thermodynamic properties of a polarizable potential model of water.
Molecular Physics, 1999, 97, 1157-1163. 0.8 19

683 Ewald summation for systems with slab geometry. Journal of Chemical Physics, 1999, 111, 3155-3162. 1.2 1,157

684 Molecular dynamics simulation study of water near critical conditions. I. Structure and solvation
free energetics. Journal of Chemical Physics, 1999, 110, 9646-9655. 1.2 27

685 Molecular and Brownian dynamics study of ion selectivity and conductivity in the potassium channel.
Chemical Physics Letters, 1999, 313, 358-365. 1.2 31

686 Molecular Dynamics Study of Waterâˆ’Acetonitrile Mixtures. Journal of Physical Chemistry A, 1999, 103,
10744-10748. 1.1 69

687 Molecular association between water and dimethyl sulfoxide in solution: A molecular dynamics
simulation study. Journal of Chemical Physics, 1999, 110, 6412-6420. 1.2 178

688
New Regioselectivity in the Cleavage of Histidine-Containing Peptides by Palladium(II) Complexes
Studied by Kinetic Experiments and Molecular Dynamics Simulations. Journal of the American Chemical
Society, 1999, 121, 3127-3135.

6.6 77

689 Molecular dynamics simulations in the grand canonical ensemble: Application to clay mineral
swelling. Journal of Chemical Physics, 1999, 111, 9025-9033. 1.2 134



34

Citation Report

# Article IF Citations

690 Molecular Dynamics Simulations of Supported Phospholipid/Alkanethiol Bilayers on a Gold(111)
Surface. Biophysical Journal, 1999, 77, 964-972. 0.2 49

691 Molecular Dynamics Study of the KcsA Potassium Channel. Biophysical Journal, 1999, 77, 2502-2516. 0.2 152

692 Molecular Dynamics Simulations of Solvated Yeast tRNAAsp. Biophysical Journal, 1999, 76, 50-64. 0.2 68

693 Simulation Study of a Gramicidin/Lipid Bilayer System in Excess Water and Lipid. II. Rates and
Mechanisms of Water Transport. Biophysical Journal, 1999, 76, 1939-1950. 0.2 71

694 Molecular Dynamics Studies on the HIV-1 Integrase Catalytic Domain. Biophysical Journal, 1999, 76,
2999-3011. 0.2 78

695

Critical Role of Anisotropy for the Dimerization Energies of Two Proteinâˆ’Protein Recognition
Motifs:cis-N-Methylacetamide versus a Î²-Sheet Conformer of Alanine Dipeptide. A Joint ab Initio, Density
Functional Theory, and Molecular Mechanics Investigation. Journal of the American Chemical Society,
1999, 121, 7885-7894.

6.6 41

696
Prediction of Solvation Free Energies of Small Organic Molecules:â€‰ Additive-Constitutive Models
Based on Molecular Fingerprints and Atomic Constants. Journal of Chemical Information and
Computer Sciences, 1999, 39, 405-412.

2.8 59

697 Equation of State of the Energy Landscape of SPC/E Water. Journal of Physical Chemistry B, 1999, 103,
10258-10265. 1.2 26

698 Structure and Dynamics in Concentrated, Amorphous Carbohydrateâˆ’Water Systems by Molecular
Dynamics Simulation. Journal of Physical Chemistry B, 1999, 103, 7308-7318. 1.2 128

699 Optimization of the Hydrodynamic Bead Model for the Analysis of DNA Conformations in Solution.
Journal of Physical Chemistry B, 1999, 103, 10065-10074. 1.2 16

700 Simulation Study on the Diffusive Motion in Deeply Supercooled Water. Journal of Physical Chemistry
B, 1999, 103, 4139-4146. 1.2 76

701 Molecular Dynamics Simulation of the Water/2-Heptanone Liquid-Liquid Interface. Journal of Physical
Chemistry B, 1999, 103, 6290-6299. 1.2 74

702 Dynamics of simulated water under pressure. Physical Review E, 1999, 60, 6757-6768. 0.8 213

703 The passage of gases through the liquid water/vapour interface: a simulation study. Physical
Chemistry Chemical Physics, 1999, 1, 143-148. 1.3 51

704 Molecular Dynamics Simulations of 1,2-Dimethoxyethane in Aqueous Solution:â€‰ Influence of the Water
Potential. Journal of Physical Chemistry B, 1999, 103, 3791-3796. 1.2 38

705 Molecular Dynamics Study of the Transfer of Iodide across Two Liquid/Liquid Interfaces. Journal of
Physical Chemistry B, 1999, 103, 8930-8939. 1.2 50

706 Computer Simulation of the Cryoprotectant Disaccharide Î±,Î±-Trehalose in Aqueous Solution. Journal of
Physical Chemistry A, 1999, 103, 4049-4055. 1.1 134

707
A Transition in the Ni2+ Complex Structure from Six- to Four-Coordinate upon Formation of Ion Pair
Species in Supercritical Water:â€‰ An X-ray Absorption Fine Structure, Near-Infrared, and Molecular
Dynamics Study. Journal of Physical Chemistry A, 1999, 103, 8471-8482.

1.1 91



35

Citation Report

# Article IF Citations

708 Molecular Dynamics Simulation of Liquid 2-Heptanone, Pure and Saturated with Water. Journal of
Physical Chemistry B, 1999, 103, 1176-1184. 1.2 9

709 Molecular Dynamics Studies of Hydrated Zeolite 4A. Journal of Physical Chemistry B, 1999, 103,
7803-7808. 1.2 47

710 Computer Simulation of Cosolvent Effects on Hydrophobic Hydration. Journal of Physical Chemistry
B, 1999, 103, 525-534. 1.2 102

711 Molecular Dynamics Study of Dielectric Properties of Waterâˆ’Dimethyl Sulfoxide Mixtures. Journal of
Physical Chemistry A, 1999, 103, 10719-10729. 1.1 72

712 A molecular Ornsteinâ€“Zernike study of popular models for water and methanol. Journal of Chemical
Physics, 1999, 110, 1138-1147. 1.2 67

713 Velocity Verlet algorithm for dissipative-particle-dynamics-based models of suspensions. Physical
Review E, 1999, 59, 3733-3736. 0.8 168

714 Molecular dynamics simulation of inelastic neutron scattering spectra of Copper Azurin hydration
water. , 1999, , . 0

715 Computer simulation of wavevector-dependent dielectric properties of polar and nondipolar liquids. ,
1999, , . 2

716 Treatment of electrostatic interactions in computer simulations and calculation of thermodynamic
properties such as free energies and pressures. , 1999, , . 9

717 Molecular dynamics of pectic substances. Theoretical and Computational Chemistry, 1999, 7, 899-932. 0.2 3

718 Interaction potentials for small molecules. Theoretical and Computational Chemistry, 1999, 7, 363-429. 0.2 5

719 Interpretation of inelastic neutron scattering spectra for water ice by lattice and molecular dynamic
simulations. Theoretical and Computational Chemistry, 1999, 7, 471-532. 0.2 6

720
Evidence of glassy behaviour of water molecules in confined states. The Philosophical Magazine:
Physics of Condensed Matter B, Statistical Mechanics, Electronic, Optical and Magnetic Properties,
1999, 79, 1923-1930.

0.6 23

721 Isochoric Temperature Differentials from the Computed Density of the Extended Simple Point Charge
Model of Water. Molecular Simulation, 1999, 22, 169-182. 0.9 4

722 Salt Effect on Stability and Solvation Structure of Peptide: An Integral Equation Study. Bulletin of the
Chemical Society of Japan, 2000, 73, 1113-1122. 2.0 24

723
Comment on â€œMolecular dynamics simulations in the grand canonical ensemble: Formulation of a bias
potential for umbrella samplingâ€• [J. Chem. Phys. 110, 8295 (1999)]. Journal of Chemical Physics, 2000, 112,
1059-1060.

1.2 6

724 Femtosecond Dynamics of Hydrogen Bonds in Liquid Water: A Real Time Study. Journal of the Chinese
Chemical Society, 2000, 47, 685-692. 0.8 1

725 Similarities in the HIV-1 and ASV integrase active sites upon metal cofactor binding. Biopolymers, 2000,
53, 308-315. 1.2 27



36

Citation Report

# Article IF Citations

726 Solvent effects by means of averaged solvent electrostatic potentials: Coupled method. Journal of
Computational Chemistry, 2000, 21, 705-715. 1.5 61

727
How well does a restrained electrostatic potential (RESP) model perform in calculating
conformational energies of organic and biological molecules?. Journal of Computational Chemistry,
2000, 21, 1049-1074.

1.5 3,725

728 Molecular dynamics simulation of nucleic acids: Successes, limitations, and promise. Biopolymers,
2000, 56, 232-256. 1.2 307

729 RNA solvation: A molecular dynamics simulation perspective. Biopolymers, 2000, 56, 266-274. 1.2 50

730 Changes at the floor of the peptide-binding groove induce a strong preference for Proline at position
3 of the bound peptide: Molecular dynamics simulations of HLA-A*0217. Biopolymers, 2000, 54, 318-327. 1.2 16

731 A molecular level explanation of the density maximum of liquid water from computer simulations
with a polarizable potential model. Chemical Physics Letters, 2000, 318, 155-160. 1.2 32

732 Structural complexity of hydrogen-bonded networks. Chemical Physics Letters, 2000, 319, 719-724. 1.2 4

733 Solvent effect on La3+ to Nd3+ ion mutation: a Monte Carlo simulation study. Chemical Physics
Letters, 2000, 330, 570-576. 1.2 8

734 Structure predictions allowing more than one molecule in the asymmetric unit. Acta
Crystallographica Section B: Structural Science, 2000, 56, 535-542. 1.8 122

735 Diffusion of water molecules in crystalline Î²-cyclodextrin hydrates. Journal of Molecular Graphics
and Modelling, 2000, 18, 143-152. 1.3 22

737 Can the molecular Ornstein-Zernike theory be used to study water under supercritical conditions?.
Journal of Molecular Liquids, 2000, 87, 177-189. 2.3 4

738 Low frequency vibrational anomalies in hydrated copper azurin: A neutron scattering and MD
simulation study. Journal of Molecular Liquids, 2000, 84, 3-16. 2.3 16

739 Modifications of the hydrogen bond network of liquid water in a cylindrical SiO2 pore. Journal of
Molecular Liquids, 2000, 85, 127-137. 2.3 92

740 Structural and dynamical behavior of an azide anion in water from ab initio molecular dynamics
calculations. Chemical Physics, 2000, 258, 163-169. 0.9 49

741 New perspectives on hydrophobic effects. Chemical Physics, 2000, 258, 349-370. 0.9 286

742 A theoretical analysis of the sum frequency generation spectrum of the water surface. Chemical
Physics, 2000, 258, 371-390. 0.9 340

743 Extent of inter-hydrogen bond correlations in water. Temperature effect. Chemical Physics, 2000, 258,
267-276. 0.9 51

744 Solvation structures in three dimensions. Chemical Physics, 2000, 258, 181-186. 0.9 11



37

Citation Report

# Article IF Citations

745 The radial distribution functions of water and ice from 220 to 673 K and at pressures up to 400 MPa.
Chemical Physics, 2000, 258, 121-137. 0.9 987

746 Topological properties of the hydrogen-bond network in liquid water. Chemical Physics, 2000, 253,
267-282. 0.9 40

747 Molecular dynamics estimates of ion diffusion in model hydrophobic and KcsA potassium channels.
Biophysical Chemistry, 2000, 86, 1-14. 1.5 62

748 Spatiotemporal heterogeneity and energy landscape in liquid water. Physica A: Statistical Mechanics
and Its Applications, 2000, 285, 315-324. 1.2 21

749
Multicopy molecular dynamics simulations suggest how to reconcile crystallographic and product
formation data for camphor enantiomers bound to cytochrome P-450cam. Journal of Inorganic
Biochemistry, 2000, 81, 121-131.

1.5 22

750 Configurational entropy and diffusivity of supercooled water. Nature, 2000, 406, 166-169. 13.7 323

751 Electronic connection to the interior of a mesoporous insulator with nanowires of crystalline
RuO2. Nature, 2000, 406, 169-172. 13.7 150

752 Hydration of T-antigen GalÎ²(1-3)GalNAc and the isomer GalÎ²(1-3)GlcNAc by molecular dynamics
simulations. Journal of Molecular Graphics and Modelling, 2000, 18, 119-125. 1.3 4

753 Multicanonical algorithm combined with the RISM theory for simulating peptides in aqueous
solution. Chemical Physics Letters, 2000, 329, 295-303. 1.2 35

754 A molecular-dynamics study of the equation of state of water using a fluctuating-charge model.
Chemical Physics Letters, 2000, 317, 414-420. 1.2 25

755 Curling of Flap Tips in HIV-1 Protease as a Mechanism for Substrate Entry and Tolerance of Drug
Resistance. Structure, 2000, 8, 1259-1265. 1.6 195

756
About the TATB assumption: effect of charge reversal on transfer of large spherical ions from
aqueous to non-aqueous solvents and on their interfacial behaviour. Computational and Theoretical
Chemistry, 2000, 500, 139-155.

1.5 30

757 Towards solvation simulations with a combined ab initio molecular dynamics and molecular
mechanics approach. Computational and Theoretical Chemistry, 2000, 506, 313-334. 1.5 22

758 Nonlocal dielectric functions of molecular liquids from computer simulations. Computational and
Theoretical Chemistry, 2000, 505, 45-53. 1.5 5

759 Water ordering around methane during hydrate formation. Journal of Chemical Physics, 2000, 113,
6390-6397. 1.2 145

760 Molecular Dynamics Study of the Poly(oxyethylene) Surfactant C12E2and Water. Langmuir, 2000, 16,
942-946. 1.6 64

761 Molecular dynamics simulations of the gramicidin A-dimyristoylphosphatidylcholine system with an
ion in the channel pore region. European Biophysics Journal, 2000, 29, 523-534. 1.2 9

762 The structure of aqueous solutions of tertiary butanol. Journal of Physics Condensed Matter, 2000,
12, A123-A128. 0.7 33



38

Citation Report

# Article IF Citations

763 Predicting Liquidâ€“Vapour Equilibria for Water Using an<i>ab-initio</i>Potential from Histogram
Reweighting Monte Carlo Simulations. Molecular Simulation, 2000, 24, 63-69. 0.9 4

764 Molecular Simulation and Modeling of Supercritical Water and Aqueous Solutions. , 2000, , 345-394. 1

765 Non-exponential kinetic behaviour of confined water. Europhysics Letters, 2000, 49, 183-188. 0.7 52

766 H3O+/Clâˆ’ ion-pair formation in high-temperature aqueous solutions. Journal of Chemical Physics,
2000, 113, 8093-8100. 1.2 36

767
Surface charge induced modifications of the structure and dynamics of mixed dipolar liquids at
solidâ€“liquid interfaces: A molecular dynamics simulation study. Journal of Chemical Physics, 2000, 113,
8817-8826.

1.2 5

768 Computer simulation of acetonitrile and methanol with ab initio-based pair potentials. Journal of
Chemical Physics, 2000, 113, 5401. 1.2 27

769 The local structure in liquid methylamine and methylamineâ€“water mixtures. Journal of Chemical
Physics, 2000, 113, 8036-8046. 1.2 42

770 Phase transition of an ice-proton system into a Bernal-Fowler state. Physical Review B, 2000, 62,
11280-11283. 1.1 8

771 A mobile charge densities in harmonic oscillators (MCDHO) molecular model for numerical
simulations: The waterâ€“water interaction. Journal of Chemical Physics, 2000, 113, 10899-10912. 1.2 118

772 Dielectric relaxation of hot water. Journal of Chemical Physics, 2000, 113, 6025-6028. 1.2 18

773 Dielectric relaxation of supercritical water: Computer simulations. Journal of Chemical Physics,
2000, 113, 3499-3502. 1.2 38

774 Ab initiomolecular dynamics simulation of LiBr association in water. Journal of Chemical Physics,
2000, 113, 10676-10684. 1.2 6

775 Supercooled Confined Water and the Mode Coupling Crossover Temperature. Physical Review Letters,
2000, 85, 4317-4320. 2.9 142

776 Glasslike dynamical behavior of the plastocyanin hydration water. Physical Review E, 2000, 62,
3991-3999. 0.8 48

777 Test of molecular mode coupling theory for general rigid molecules. Physical Review E, 2000, 62,
1856-1861. 0.8 47

778 Voids in the H-bonded network of water and their manifestation in the structure factor. Physical
Review E, 2000, 62, 1427-1430. 0.8 19

779
Self-consistent field, ab initio molecular orbital and three-dimensional reference interaction site
model study for solvation effect on carbon monoxide in aqueous solution. Journal of Chemical
Physics, 2000, 112, 9463-9468.

1.2 102

780 Free energy surface of supercooled water. Physical Review E, 2000, 62, 8016-8020. 0.8 58



39

Citation Report

# Article IF Citations

781
Hydration structure and stability of Met-enkephalin studied by a three-dimensional reference
interaction site model with a repulsive bridge correction and a thermodynamic perturbation method.
Journal of Chemical Physics, 2000, 113, 9830-9836.

1.2 29

782 EFFECTIVEINTERACTIONSBETWEENELECTRICDOUBLELAYERS. Annual Review of Physical Chemistry, 2000,
51, 209-242. 4.8 408

783 Motion of hydrogen bonds in dilutedHDO/D2Osolutions: Direct probing with 150 fs resolution.
Physical Review E, 2000, 61, 5211-5217. 0.8 89

784 Effects of the polarizability and water density constraint on the structure of water near charged
surfaces: Molecular dynamics simulations. Journal of Chemical Physics, 2000, 112, 10491-10495. 1.2 33

785 Molecular dynamics simulations of polarizable water at different boundary conditions. Journal of
Chemical Physics, 2000, 112, 6386-6395. 1.2 43

786 Glass transition and layering effects in confined water: A computer simulation study. Journal of
Chemical Physics, 2000, 113, 11324-11335. 1.2 172

787 Viscosity of liquid water from computer simulations with a polarizable potential model. Physical
Review E, 2000, 62, 2971-2973. 0.8 49

788 X-ray and molecular dynamics study of liquid structure in pure methylchloromethane compounds
((CH3)4âˆ’nCCln). Journal of Chemical Physics, 2000, 112, 7505-7517. 1.2 40

789 Theoretical study for partial molar volume of amino acids in aqueous solution: Implication of ideal
fluctuation volume. Journal of Chemical Physics, 2000, 112, 9469-9478. 1.2 83

790 Instantaneous Normal Mode Analysis of Supercooled Water. Physical Review Letters, 2000, 84,
4605-4608. 2.9 80

791 Molecular correlations in a supercooled liquid. Physical Review E, 2000, 62, 2388-2404. 0.8 24

792 Super- and subcritical hydration of nonpolar solutes. I. Thermodynamics of hydration. Journal of
Chemical Physics, 2000, 112, 8089-8109. 1.2 38

793
The melting temperature of proton-disordered hexagonal ice: A computer simulation of 4-site
transferable intermolecular potential model of water. Journal of Chemical Physics, 2000, 112,
8534-8538.

1.2 94

794
Magnitude of structural changes of the T-cell receptor binding regions determine the strength of
T-cell antagonism: molecular dynamics simulations of HLA-DR4 (DRB1*0405) complexed with analogue
peptide. Protein Engineering, Design and Selection, 2000, 13, 423-429.

1.0 13

795 Water and ion binding around RNA and DNA (C,G) oligomers11Edited by I. Tinoco. Journal of Molecular
Biology, 2000, 300, 1113-1131. 2.0 248

796 A periodic Green function for calculation of coloumbic lattice potentials. Journal of Physics
Condensed Matter, 2000, 12, 4575-4601. 0.7 29

797 Developing a Dynamic Pharmacophore Model for HIV-1 Integrase. Journal of Medicinal Chemistry, 2000,
43, 2100-2114. 2.9 271

798 The Dynamics of Protein Hydration Water: A Quantitative Comparison of Molecular Dynamics
Simulations and Neutron-scattering Experiments. Biophysical Journal, 2000, 79, 3244-3257. 0.2 295



40

Citation Report

# Article IF Citations

799 Distribution of Halothane in a Dipalmitoylphosphatidylcholine Bilayer from Molecular Dynamics
Calculations. Biophysical Journal, 2000, 78, 800-811. 0.2 104

800
On the Temperature and Pressure Dependence of a Range of Properties of a Type of Water Model
Commonly Used in High-Temperature Protein Unfolding Simulations. Biophysical Journal, 2000, 78,
2752-2760.

0.2 46

801 What can x-ray scattering tell us about the radial distribution functions of water?. Journal of
Chemical Physics, 2000, 113, 9149-9161. 1.2 381

802 Metal dissolution in aqueous electrolyte. Computational Materials Science, 2000, 17, 275-278. 1.4 4

803 Resolving the hydrogen bond dynamics conundrum. Journal of Chemical Physics, 2000, 113, 10663-10675. 1.2 602

804 Molecular Dynamics Simulations of the Interior of Aqueous Reverse Micelles. Journal of Physical
Chemistry B, 2000, 104, 1033-1046. 1.2 400

805 Comparative Study of the Folding Free Energy Landscape of a Three-Stranded Î²-Sheet Protein with
Explicit and Implicit Solvent Models. Journal of Physical Chemistry B, 2000, 104, 12378-12383. 1.2 92

806 Adiabatic Nuclear and Electronic Sampling Monte Carlo Simulations in the Gibbs Ensemble:Â  Application
to Polarizable Force Fields for Water. Journal of Physical Chemistry B, 2000, 104, 2378-2390. 1.2 68

807 Investigations on human immunodeficiency virus type 1 integrase/DNA binding interactions via
molecular dynamics and electrostatics calculations. , 2000, 85, 123-131. 22

808 Effects of Ion Atmosphere on Hydrogen-Bond Dynamics in Aqueous Electrolyte Solutions. Physical
Review Letters, 2000, 85, 768-771. 2.9 509

809 Force Field of Monoethanolamine. Journal of Physical Chemistry B, 2000, 104, 1332-1337. 1.2 88

810 Theoretical Methods for the Description of the Solvent Effect in Biomolecular Systems. Chemical
Reviews, 2000, 100, 4187-4226. 23.0 571

811 C12E2Reverse Micelle: A Molecular Dynamics Study. Langmuir, 2000, 16, 10547-10552. 1.6 59

812 Accurate Intermolecular Potentials Obtained from Molecular Wave Functions:â€‰ Bridging the Gap
between Quantum Chemistry and Molecular Simulations. Chemical Reviews, 2000, 100, 4087-4108. 23.0 164

813 Thermal conductivity of molecular fluids from molecular dynamics simulations: Application of a new
imposed-flux method. Journal of Chemical Physics, 2000, 113, 8080-8084. 1.2 80

814 The change of the structural and thermodynamic properties of water from ambient to supercritical
conditions as seen by computer simulations. Journal of Physics Condensed Matter, 2000, 12, A115-A122. 0.7 17

815 Structures of High-Density and Low-Density Water. Physical Review Letters, 2000, 84, 2881-2884. 2.9 594

816 Liquid Structure via Cavity Size Distributions. Journal of Physical Chemistry B, 2000, 104, 12028-12034. 1.2 41



41

Citation Report

# Article IF Citations

817 Structure of Aqueous Solutions of Ions and Neutral Solutes at Infinite Dilution at a Supercritical
Temperature of 683 K. Journal of the American Chemical Society, 2000, 122, 11182-11193. 6.6 54

818 Static dielectric constant of aqueous electrolyte solutions: Is there any dynamic contribution?.
Journal of Chemical Physics, 2000, 113, 903-905. 1.2 89

819 Elastic molecular dynamics with self-consistent flexible constraints. Journal of Chemical Physics,
2000, 112, 7919-7929. 1.2 27

820 Electric-field-dependent empirical potentials for molecules and crystals: A first application to flexible
water molecule adsorbed in zeolites. Journal of Chemical Physics, 2000, 112, 8267-8278. 1.2 37

821
Hydration free energy of hydrophobic solutes studied by a reference interaction site model with a
repulsive bridge correction and a thermodynamic perturbation method. Journal of Chemical Physics,
2000, 113, 2793-2805.

1.2 156

822 Molecular dynamics simulation of limiting conductances for LiCl, NaBr, and CsBr in supercritical
water. Journal of Chemical Physics, 2000, 112, 864-869. 1.2 50

823 The puzzling behavior of water at very low temperature. Physical Chemistry Chemical Physics, 2000, 2,
1551-1558. 1.3 81

824 Single particle slow dynamics of confined water. Physical Chemistry Chemical Physics, 2000, 2,
1607-1611. 1.3 35

825
Synthesis and conjugation of oligosaccharide fragments related to the immunologically reactive part
of the circulating anodic antigen of the parasite Schistosoma mansoni. Journal of the Chemical
Society, Perkin Transactions 1, 2000, , 2249-2263.

1.3 19

826 Dynamic properties of the NaClâ€“methanolâ€“water systems â€” MD simulation studies. Physical Chemistry
Chemical Physics, 2000, 2, 3175-3180. 1.3 56

827
A New Method of Determining the Nonempirical Potential FunctionsApplication to an Ionic
Fragmentation Reaction oftert-butyl Chloride in Aqueous Solution. Journal of Physical Chemistry A,
2000, 104, 7840-7846.

1.1 5

828 On the Photoabsorption Spectroscopy of Water. Journal of Physical Chemistry A, 2000, 104, 45-52. 1.1 43

829 A Novel Monte Carlo Algorithm for Simulating Strongly Associating Fluids:Â  Applications to Water,
Hydrogen Fluoride, and Acetic Acid. Journal of Physical Chemistry B, 2000, 104, 8725-8734. 1.2 165

830 Molecular Dynamics Simulations of the Properties of Cosolvent Solutions. Journal of Physical
Chemistry B, 2000, 104, 5854-5864. 1.2 66

831 Simulations of Clay Mineral Swelling and Hydration:Â  Dependence upon Interlayer Ion Size and Charge.
Journal of Physical Chemistry B, 2000, 104, 9163-9170. 1.2 201

832 Dynamics of Aqueous Solutions of Ions and Neutral Solutes at Infinite Dilution at a Supercritical
Temperature of 683 K. Journal of the American Chemical Society, 2000, 122, 11194-11202. 6.6 58

833 Hydrogen-bond dynamics for the extended simple point-charge model of water. Physical Review E,
2000, 62, 579-587. 0.8 154

834
Copper(I) and Copper(II) Coordination Structure under Hydrothermal Conditions at 325 Â°C:â€‰ An X-ray
Absorption Fine Structure and Molecular Dynamics Study. Journal of Physical Chemistry A, 2000, 104,
11651-11663.

1.1 117



42

Citation Report

# Article IF Citations

835 Development of Polarizable Water Force Fields for Phase Equilibrium Calculations. Journal of
Physical Chemistry B, 2000, 104, 2391-2401. 1.2 216

836 Shear viscosity and dielectric constant in aqueous isopropanol and aqueous acetonitrile. Molecular
Physics, 2000, 98, 287-293. 0.8 17

837 Simulation and QENS Studies of Molecular Dynamics in Aqueous Solutions of 1,2-Dimethoxyethane.
Journal of Physical Chemistry B, 2000, 104, 5151-5154. 1.2 17

838 A New 2,2,2-Trifluoroethanol Model for Molecular Dynamics Simulations. Journal of Physical
Chemistry B, 2000, 104, 12347-12354. 1.2 106

839 Computer Simulation Study oftert-Butyl Alcohol. 2. Structure in Aqueous Solution. Journal of
Physical Chemistry B, 2000, 104, 9533-9539. 1.2 94

840 Association and Dissociation of Nonpolar Solutes in Super- and Subcritical Water. Journal of
Physical Chemistry B, 2000, 104, 10352-10358. 1.2 19

841 Collective motion artifacts arising in long-duration molecular dynamics simulations. Journal of
Computational Chemistry, 2000, 21, 121-131. 1.5 59

842 Molecular dynamics simulation of solvated azurin: Correlation between surface solvent accessibility
and water residence times. Proteins: Structure, Function and Bioinformatics, 2000, 39, 56-67. 1.5 80

843 Molecular dynamics calculations of the electrochemical properties of electrolyte systems between
charged electrodes. Journal of Chemical Physics, 2000, 113, 9202-9207. 1.2 67

844 The potassium channel: Structure, selectivity and diffusion. Journal of Chemical Physics, 2000, 112,
8191-8204. 1.2 134

845 MOLECULARDYNAMICSSIMULATION OFNUCLEICACIDS. Annual Review of Physical Chemistry, 2000, 51,
435-471. 4.8 330

846
Local structure and dynamic properties of molecules in anisotropic liquids extracted from molecular
dynamic simulations. The case of acetonitrile in polyacrylamide hydrogels. Physical Chemistry
Chemical Physics, 2000, 2, 5630-5639.

1.3 9

847 A five-site model for liquid water and the reproduction of the density anomaly by rigid,
nonpolarizable potential functions. Journal of Chemical Physics, 2000, 112, 8910-8922. 1.2 1,984

848 Molecular Simulation Study of Nafion Membrane Solvation in Water and Methanol. Journal of
Physical Chemistry B, 2000, 104, 4471-4478. 1.2 183

849 Thermochemistry of solvation: A self-consistent three-dimensional reference interaction site model
approach. Journal of Chemical Physics, 2000, 113, 7458-7470. 1.2 17

850
Potentials of mean force of simple ions in ambient aqueous solution. II. Solvation structure from the
three-dimensional reference interaction site model approach, and comparison with simulations.
Journal of Chemical Physics, 2000, 112, 10403-10417.

1.2 127

851 Potentials of mean force of simple ions in ambient aqueous solution. I. Three-dimensional reference
interaction site model approach. Journal of Chemical Physics, 2000, 112, 10391-10402. 1.2 258

852 The effect of force-field parameters on properties of liquids: Parametrization of a simple three-site
model for methanol. Journal of Chemical Physics, 2000, 112, 10450-10459. 1.2 125



43

Citation Report

# Article IF Citations

853 How to build a better pair potential for water. Journal of Chemical Physics, 2001, 114, 6720-6733. 1.2 137

854 Phase transition and water molecules in titanylphthalocyanine phase Y crystal. Physical Chemistry
Chemical Physics, 2001, 3, 1530-1534. 1.3 13

855 Some chemical engineering applications of quantum chemical calculations. Advances in Chemical
Engineering, 2001, 28, 313-351. 0.5 2

856 Combining Molecular Dynamics Simulations and Transition State Theory to Evaluate the Sorption Rate
Constants for Decanol at the Surface of Water. Langmuir, 2001, 17, 8434-8443. 1.6 22

857 Properties of 2,2,2-trifluoroethanol and water mixtures. Journal of Chemical Physics, 2001, 114, 426. 1.2 100

858 A comparison of the properties of 2,2,2-trifluoroethanol and 2,2,2-trifluoroethanol/water mixtures
using different force fields. Journal of Chemical Physics, 2001, 115, 5521-5530. 1.2 93

859 Simulations of ice and liquid water over a range of temperatures using the fluctuating charge model.
Journal of Chemical Physics, 2001, 114, 2276-2283. 1.2 180

860 Age-dependent dynamics of water in hydrated cement paste. Physical Review E, 2001, 64, 020201. 0.8 44

861 Surface solvation of halogen anions in water clusters: An ab initio molecular dynamics study of the
Clâˆ’(H2O)6 complex. Journal of Chemical Physics, 2001, 114, 7036-7044. 1.2 148

862 Molecular dynamic simulation study on structure of water in crosslinked
poly(N-isopropylacrylamide) hydrogels. Physical Chemistry Chemical Physics, 2001, 3, 5542-5549. 1.3 43

863 Dynamics of the Substrate Binding Pocket in the Presence of an Inhibitor Covalently Attached to a
Fungal Lipase. Journal of Biomolecular Structure and Dynamics, 2001, 19, 1-14. 2.0 3

864 Diffusion constant of the TIP5P model of liquid water. Journal of Chemical Physics, 2001, 114, 363. 1.2 307

865 Structure and Dynamics of the TIP3P, SPC, and SPC/E Water Models at 298 K. Journal of Physical
Chemistry A, 2001, 105, 9954-9960. 1.1 2,458

866 Tests of the empirical potential structure refinement method and a new method of application to
neutron diffraction data on water. Molecular Physics, 2001, 99, 1503-1516. 0.8 261

867 Solvation Dynamics in Aqueous Reverse Micelles:â€‰ A Computer Simulation Study. Journal of Physical
Chemistry B, 2001, 105, 11148-11158. 1.2 157

868 Temperature dependence of the structure of a 0.06 mole fraction tertiary butanol-water solution.
Journal of Chemical Physics, 2001, 114, 6203-6219. 1.2 129

869 Molecular Dynamics Simulations of Water with Novel Shell-Model Potentials. Journal of Physical
Chemistry B, 2001, 105, 2618-2626. 1.2 162

870 Molecular dynamics simulations of binary mixtures of methane and hydrogen in zeolite A and a novel
zinc phosphate. Molecular Physics, 2001, 99, 1831-1837. 0.8 15



44

Citation Report

# Article IF Citations

871 Molecular Dynamics Simulation of Microstructure and Molecular Mobilities in Swollen Nafion
Membranes. Journal of Physical Chemistry B, 2001, 105, 9586-9594. 1.2 194

872 Dielectric Constant of Water Confined in a Nanocavity. Journal of Physical Chemistry B, 2001, 105,
5106-5109. 1.2 264

873 Models of permeation in ion channels. Reports on Progress in Physics, 2001, 64, 1427-1472. 8.1 158

874 Ab initio molecular dynamics simulation of liquid water and waterâ€“vapor interface. Journal of
Chemical Physics, 2001, 115, 9815-9820. 1.2 71

875 Theory of the generalized dynamic structure factor of polyatomic molecular fluids measured by
inelastic x-ray scattering. Physical Review E, 2001, 64, 021205. 0.8 15

876 Dielectric response of concentrated NaCl aqueous solutions: Molecular dynamics simulations.
Journal of Chemical Physics, 2001, 115, 1448-1454. 1.2 63

877
Biomolecular Simulations: Recent Developments in Force Fields, Simulations of Enzyme Catalysis,
Protein-Ligand, Protein-Protein, and Protein-Nucleic Acid Noncovalent Interactions. Annual Review of
Biophysics and Biomolecular Structure, 2001, 30, 211-243.

18.3 495

878 Water and ion binding around r(UpA)12and d(TpA)12Oligomers - comparison with RNA and DNA (CpG)12
duplexes. Journal of Molecular Biology, 2001, 305, 1057-1072. 2.0 108

879 Molecular Dynamics Simulations of Dimethyl Sulfoxide and Dimethyl Sulfoxideâˆ’Water Mixture.
Journal of Physical Chemistry A, 2001, 105, 1702-1710. 1.1 197

880 Computer Simulation of the Rough Lipopolysaccharide Membrane of Pseudomonas aeruginosa.
Biophysical Journal, 2001, 81, 1037-1046. 0.2 107

881 Molecular Simulation of Dioleoylphosphatidylcholine Lipid Bilayers at Differing Levels of Hydration.
Biophysical Journal, 2001, 81, 3005-3015. 0.2 128

882 Influence of a Lipid Interface on Protein Dynamics in a Fungal Lipase. Biophysical Journal, 2001, 81,
3052-3065. 0.2 34

883 Model Channel Ion Currents in NaCl-Extended Simple Point Charge Water Solution with Applied-Field
Molecular Dynamics. Biophysical Journal, 2001, 81, 3077-3089. 0.2 97

884 Dynamics-Function Correlation in Cu, Zn Superoxide Dismutase: A Spectroscopic and Molecular
Dynamics Simulation Study. Biophysical Journal, 2001, 80, 2556-2567. 0.2 26

885 Spectroscopic and molecular dynamics simulation studies of the interaction of insulin with glucose.
International Journal of Biological Macromolecules, 2001, 29, 161-168. 3.6 19

886 Equilibrium molecular dynamics calculation of the bulk viscosity of liquid water. Molecular Physics,
2001, 99, 283-289. 0.8 70

887 Molecular Simulations of Liquid and Supercritical Water: Thermodynamics, Structure, and Hydrogen
Bonding. Reviews in Mineralogy and Geochemistry, 2001, 42, 83-129. 2.2 92

888 Quantum Chemistry and Classical Simulations of Metal Complexes in Aqueous Solutions. Reviews in
Mineralogy and Geochemistry, 2001, 42, 273-317. 2.2 15



45

Citation Report

# Article IF Citations

889 Diffusion and Island formation on the ice Ih basal plane surface. Computational Materials Science,
2001, 20, 325-336. 1.4 54

890 The structure of the HIV-1 Vpu ion channel: modelling and simulation studies. Biochimica Et Biophysica
Acta - Biomembranes, 2001, 1512, 291-298. 1.4 49

891 Neutron diffraction and MD studies of LiBr hydrated melts. Journal of Non-Crystalline Solids, 2001,
293-295, 600-606. 1.5 6

892 Molecular Modeling of Nucleic Acid Structure: Electrostatics and Solvation. Current Protocols in
Nucleic Acid Chemistry, 2001, 5, Unit 7.9. 0.5 3

893 Molecular dynamics simulations of solvent reorganization in electron-transfer reactions. Journal of
Chemical Physics, 2001, 115, 8540-8546. 1.2 71

894
Thermodynamic and structural properties of liquid water around the temperature of maximum
density in a wide range of pressures: A computer simulation study with a polarizable potential model.
Journal of Chemical Physics, 2001, 115, 3750-3762.

1.2 19

895
Molecular dynamics simulations of Ca2+ in water: Comparison of a classical simulation including
three-body corrections and Bornâ€“Oppenheimer ab initio and density functional theory quantum
mechanical/molecular mechanics simulations. Journal of Chemical Physics, 2001, 115, 10808-10813.

1.2 140

896 Effect of carrier-gas pressure on barrier to nucleation: Monte Carlo simulation of water/nitrogen
system. Journal of Chemical Physics, 2001, 114, 2681-2686. 1.2 18

897 A Monte Carlo study of symmetry breaking of I[sub 3][sup âˆ’] in aqueous solution using a multistate
diabatic Hamiltonian. Journal of Chemical Physics, 2001, 114, 367. 1.2 33

898 Slow Solvation Dynamics near an Aqueous Micellar Surface. Journal of Physical Chemistry B, 2001,
105, 12529-12533. 1.2 76

899 The Potassium Ion Channel:Â  Comparison of Linear Scaling Semiempirical and Molecular Mechanics
Representations of the Electrostatic Potential. Journal of Physical Chemistry B, 2001, 105, 12674-12679. 1.2 25

900 Structure and Stability of the Insulin Dimer Investigated by Molecular Dynamics Simulation. Journal
of Biomolecular Structure and Dynamics, 2001, 18, 761-772. 2.0 26

901 Structural and Dynamical Origins of Ionic Mobilities in Supercritical Water. Journal of Physical
Chemistry B, 2001, 105, 9302-9307. 1.2 29

902 Stability of Ionic and Radical Molecular Dissociation Pathways for Reaction in Supercritical Waterâ€ .
Journal of Physical Chemistry B, 2001, 105, 6611-6619. 1.2 32

903 Molecular Dynamics Simulation of Liquid H2O, MeOH, EtOH, Si(OMe)4, and Si(OEt)4, as a Function of
Temperature and Pressure. Journal of Physical Chemistry A, 2001, 105, 1909-1925. 1.1 35

904 Fluctuating Charge Study of Polarization Effects in Chlorinated Organic Liquids. Journal of Physical
Chemistry B, 2001, 105, 7783-7791. 1.2 39

905 Rotational Motion in Liquid Water Is Anisotropic:Â  A Nuclear Magnetic Resonance and Molecular
Dynamics Simulation Study. Journal of the American Chemical Society, 2001, 123, 8047-8052. 6.6 117

906 A study of aqueous solutions of lanthanide ions by molecular dynamics simulation withab
initioeffective pair potentials. Journal of Chemical Physics, 2001, 115, 4750-4765. 1.2 82



46

Citation Report

# Article IF Citations

907 Molecular Dynamics Simulations of the Ala-Pro Dipeptide in Water:Â  Conformational Dynamics of Trans
and Cis Isomers Using Different Water Models. Journal of Physical Chemistry B, 2001, 105, 8028-8035. 1.2 22

908 Computer Simulation Study of the Interface Width of the Liquid/Liquid Interface. Physical Review
Letters, 2001, 87, 176101. 2.9 128

909 Theoretical Study on the Structures and Energies of Acetic Acid Dimers in Aqueous Solution. Journal
of Physical Chemistry A, 2001, 105, 245-250. 1.1 34

910 (H2O)6on a Virtual Metal Surface:Â  Testing the Surface Ice Rules. Journal of Physical Chemistry A, 2001,
105, 4084-4095. 1.1 12

911 Alternative Approaches for the Calculation of Induction Energies:Â  Characterization, Effectiveness,
and Pitfalls. Journal of Physical Chemistry A, 2001, 105, 11505-11514. 1.1 23

912 A Model for Studying Drying at Hydrophobic Interfaces:Â  Structural and Thermodynamic Propertiesâ€ .
Journal of Physical Chemistry B, 2001, 105, 6745-6753. 1.2 98

913 Potential of Mean Force Computations of Ions Approaching a Surface. Langmuir, 2001, 17, 7929-7934. 1.6 26

914 Simulation of an SN1 Reaction in Supercritical Water. Journal of the American Chemical Society, 2001,
123, 1006-1007. 6.6 20

915 Semiclassical Simulations of Azomethane Photochemistry in the Gas Phase and in Solution. Journal of
the American Chemical Society, 2001, 123, 7638-7645. 6.6 37

916 Examination of Chain Length Effects on the Solubility of Alkanes in Near-Critical and Supercritical
Aqueous Solutions. Journal of Physical Chemistry B, 2001, 105, 841-847. 1.2 31

917 Dielectrically Nontrivial Closures for the RISM Integral Equationâ€ . Journal of Physical Chemistry B,
2001, 105, 11880-11892. 1.2 24

918 Molecular Dynamics Study of Thin Waterâˆ’Acetonitrile Filmsâ€ . Journal of Physical Chemistry B, 2001,
105, 6556-6561. 1.2 23

919 Molecular Simulation of the Interface between Two Immiscible Electrolyte Solutions. Journal of
Physical Chemistry B, 2001, 105, 981-993. 1.2 19

920 Modeling Polarization through Induced Atomic Charges. Journal of Physical Chemistry A, 2001, 105,
11470-11479. 1.1 34

921
Perfluoroalkanes in Water:â€‰ Experimental Henry's Law Coefficients for Hexafluoroethane and
Computer Simulations for Tetrafluoromethane and Hexafluoroethane. Journal of Physical Chemistry
B, 2001, 105, 8403-8409.

1.2 31

922 Molecular Structure of the Waterâˆ’Supercritical CO2Interface. Journal of Physical Chemistry B, 2001,
105, 12092-12104. 1.2 100

923 Molecular Dynamics Simulation of Nafion Oligomer Solvation in Equimolar Methanolâˆ’Water
Mixture. Journal of Physical Chemistry B, 2001, 105, 7830-7834. 1.2 135

924
Computer simulation studies of the structure and dynamics of ions and nonâ€“polar solutes in water.
Philosophical Transactions Series A, Mathematical, Physical, and Engineering Sciences, 2001, 359,
1545-1574.

1.6 77



47

Citation Report

# Article IF Citations

925 4. Molecular Simulations of Liquid and Supercritical Water: Thermodynamics, Structure, and
Hydrogen Bonding. , 2001, , 83-130. 13

926 8. Quantum Chemistry and Classical Simulations of Metal Complexes in Aqueous Solutions. , 2001, ,
273-318. 4

927 Computer simulation of the hydrophobic hydration of concave surfaces. Molecular Physics, 2001, 99,
1289-1298. 0.8 15

928 Modeling Metal Dissolution in Aqueous Electrolyte: Hartree-Fock and Molecular Dynamics
Calculations. ACS Symposium Series, 2001, , 51-65. 0.5 0

929 Molecular Dynamics Simulation of Limiting Conductance for Na<sup>2+</sup>, Cl<sup>2âˆ’</sup>, NaÂ°,
and ClÂ° in Supercritical Water. Molecular Simulation, 2001, 27, 199-213. 0.9 4

930 GROMACS 3.0: a package for molecular simulation and trajectory analysis. Journal of Molecular
Modeling, 2001, 7, 306-317. 0.8 6,085

931 Computer simulation study of water using a fluctuating charge model. Journal of Chemical Sciences,
2001, 113, 579-590. 0.7 11

932 Effects of hydrogen-bond environment on single particle and pair dynamics in liquid water. Journal of
Chemical Sciences, 2001, 113, 591-601. 0.7 28

933 Molecular atmospheric pollutant adsorption on ice: a theoretical survey. Surface Science Reports,
2001, 44, 159-238. 3.8 127

934 Structure and dynamics of water: from ambient to supercritical. Journal of Molecular Liquids, 2001,
90, 75-83. 2.3 43

935 Solvent effects on conformational stability of peptides: RISM analyses. Journal of Molecular Liquids,
2001, 90, 195-204. 2.3 11

936 The water molecule and its interactions: the interaction between theory, modelling, and experiment.
Journal of Molecular Liquids, 2001, 90, 303-312. 2.3 111

937 Structure of supercritical water. Journal of Molecular Liquids, 2001, 90, 313-322. 2.3 58

938 A Monte Carlo simulation study of solvent effect on Eu3+ to Nd3+ ion mutation. Chemical Physics,
2001, 269, 295-302. 0.9 2

939 Molecular dynamics simulations of urea and thermal-induced denaturation of S-peptide analogue.
Biophysical Chemistry, 2001, 89, 145-162. 1.5 41

940 Evidence of reduced flexibility in disulfide bridge-depleted azurin: a molecular dynamics simulation
study. Biophysical Chemistry, 2001, 94, 107-120. 1.5 18

941 Equations of state and phase coexistence properties for simulated water. Fluid Phase Equilibria, 2001,
182, 65-73. 1.4 28

942 Monte Carlo simulation of phase equilibria of aqueous systems. Fluid Phase Equilibria, 2001, 183-184,
259-269. 1.4 19



48

Citation Report

# Article IF Citations

943 Analytical three-body interaction potentials and hydrogen bond dynamics of hydrogen fluoride
aggregates, (HF) n , n â‰¥3. Journal of Molecular Structure, 2001, 599, 381-425. 1.8 50

944 Computer simulations of charge and steric stabilised colloidal suspensions. Current Opinion in
Colloid and Interface Science, 2001, 6, 372-382. 3.4 69

945 Water in porous carbons. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2001,
187-188, 539-568. 2.3 347

946 Models for electrokinetic phenomena in montmorillonite. Colloids and Surfaces A: Physicochemical
and Engineering Aspects, 2001, 195, 171-180. 2.3 33

947
Molecular dynamics simulation of the antimicrobial salivary peptide histatin-5 in water and in
trifluoroethanol: a microscopic description of the water destructuring effect. Chemical Biology and
Drug Design, 2001, 58, 45-55.

1.2 16

948 Molecular dynamics simulations of antimicrobial peptides: From membrane binding to trans-membrane
channels. International Journal of Quantum Chemistry, 2001, 83, 166-179. 1.0 40

949 Revisiting the structural flexibility of the complex p21ras-GTP: The catalytic conformation of the
molecular switch II. Proteins: Structure, Function and Bioinformatics, 2001, 45, 297-312. 1.5 13

950 Generalized-ensemble algorithms for molecular simulations of biopolymers. Biopolymers, 2001, 60,
96-123. 1.2 725

951 Theoretical study for volume changes associated with the helix-coil transition of peptides.
Biopolymers, 2001, 59, 512-519. 1.2 53

952 Water structure about the dimer and hexamer repeat units of amylose from molecular dynamics
computer simulations. Journal of Computational Chemistry, 2001, 22, 445-456. 1.5 71

953 Molecular Simulation of Interlayer Structure and Dynamics in 12.4 Ã… Cs-Smectite Hydrates. Journal of
Colloid and Interface Science, 2001, 237, 174-184. 5.0 100

954 Viabilty of atomistic potentials for thermodynamic properties of carbon dioxide at low temperatures.
Journal of Computational Chemistry, 2001, 22, 1772-1781. 1.5 8

955 Process and thermodynamics of ligandâ€“receptor interaction studied using a novel simulation
method. Chemical Physics Letters, 2001, 334, 343-351. 1.2 11

956 Fast and accurate determination of induction energies: reduction of topologically distributed
polarizability models. Chemical Physics Letters, 2001, 338, 180-188. 1.2 32

957 Solvent effect on Î” log K s of between K + and Na + ion to 18-Crown-6: a Monte Carlo simulation study.
Chemical Physics Letters, 2001, 346, 135-141. 1.2 12

958 Dynamics of the solvation process of Ca2+ in water. Chemical Physics Letters, 2001, 349, 99-103. 1.2 49

959 Hydration of the bromine ion in a supercritical 1:1 aqueous electrolyte. Physical Review B, 2001, 63, . 1.1 45

960 Electrostatic potential inside ionic solutions confined by dielectrics: a variational approach. Physical
Chemistry Chemical Physics, 2001, 3, 4177-4186. 1.3 104



49

Citation Report

# Article IF Citations

961 Scaling of Hydrophobic Solvation Free Energiesâ€ . Journal of Physical Chemistry B, 2001, 105, 6704-6709. 1.2 238

962 Molecular-dynamics simulations of ion size effects on the fluid structure of aqueous electrolyte
systems between charged model electrodes. Journal of Chemical Physics, 2001, 114, 7513-7517. 1.2 83

963 An effective pair potential for heavy water. Journal of Chemical Physics, 2001, 114, 8064-8067. 1.2 43

964 Ion Solvation in Waterâ€“Acetonitrile Mixtures. International Journal of Thermophysics, 2001, 22,
101-110. 1.0 10

965
Molecular dynamics simulations of aqueous NaCl and KCl solutions: Effects of ion concentration on
the single-particle, pair, and collective dynamical properties of ions and water molecules. Journal of
Chemical Physics, 2001, 115, 3732-3741.

1.2 301

966 Extending the capabilities of targeted molecular dynamics: Simulation of a large conformational
transition in plasminogen activator inhibitor 1. Protein Science, 2001, 10, 798-808. 3.1 38

967 Role of electronic polarization on the liquid phase affinity of calixareneâ€“crown-ethers towards
alkali cations: a QM/MM molecular dynamics simulation. Chemical Physics, 2001, 272, 47-59. 0.9 12

968 The study of hydrophobic hydration in supercritical waterâ€“methanol mixtures. Journal of Molecular
Graphics and Modelling, 2001, 19, 412-416. 1.3 17

969 Polarizable and nonpolarizable potentials for K+ cation in water. Chemical Physics Letters, 2001, 336,
292-302. 1.2 26

970 Non-monotonic decay of transient infrared absorption in dilute HDO/D2O solutions. Chemical Physics
Letters, 2001, 341, 535-539. 1.2 29

971 Relationship between structural order and the anomalies of liquid water. Nature, 2001, 409, 318-321. 13.7 1,320

972 Transparent nematic phase in a liquid-crystal-based microemulsion. Nature, 2001, 409, 321-325. 13.7 120

973 Supercooled liquids and the glass transition. Nature, 2001, 410, 259-267. 13.7 3,877

974 Role of the Helix Capping in the Stability of the Mouse Prion (180â€“213) Segment: Investigation through
Molecular Dynamics Simulations. Journal of Biomolecular Structure and Dynamics, 2001, 19, 237-246. 2.0 7

975 Solvation properties of non-polar amino acids in water and methanol: a molecular dynamics study.
Molecular Physics, 2001, 99, 913-922. 0.8 3

976
Large vortex-like structure of dipole field in computer models of liquid water and dipole-bridge
between biomolecules. Proceedings of the National Academy of Sciences of the United States of
America, 2001, 98, 5961-5964.

3.3 68

977 Is the hydrophobic effect unique to water? The relation between solvation properties and network
structure in water and modified water models. Molecular Physics, 2001, 99, 1011-1021. 0.8 34

978 Molecular Dynamics simulation of aqueous ZnC12solutions. Molecular Physics, 2001, 99, 825-833. 0.8 37



50

Citation Report

# Article IF Citations

979 Stability of doubly occupied N2 clathrate hydrates investigated by molecular dynamics simulations.
Journal of Chemical Physics, 2001, 114, 5745-5754. 1.2 74

980 Nucleation of Water and Methanol Droplets on Cations and Anions: The Sign Preference. Physical
Review Letters, 2001, 86, 5080-5083. 2.9 47

981 Molecular dynamics study of n-alcohols adsorbed on an aqueous electrolyte solution. Journal of
Chemical Physics, 2001, 115, 1538-1549. 1.2 17

982 Siteâ€“site mode-coupling theory for the shear viscosity of molecular liquids. Journal of Chemical
Physics, 2001, 115, 9340-9345. 1.2 25

983 Equilibrium and nonequilibrium molecular-dynamics simulations of the central force model of water.
Journal of Chemical Physics, 2001, 115, 7564-7574. 1.2 96

984 Fast-growth thermodynamic integration: Error and efficiency analysis. Journal of Chemical Physics,
2001, 114, 7330-7337. 1.2 229

985 Theoretical study for partial molar volume of amino acids and polypeptides by the three-dimensional
reference interaction site model. Journal of Chemical Physics, 2001, 114, 9506-9511. 1.2 84

986 A replica reference interaction site model theory for a polar molecular liquid sorbed in a disordered
microporous material with polar chemical groups. Journal of Chemical Physics, 2001, 115, 8620-8633. 1.2 40

987
Computer simulation studies of aqueous solutions at ambient and supercritical conditions using
effective pair potential and polarizable potential models for water. Journal of Chemical Physics, 2001,
114, 7544-7555.

1.2 85

988 Combined fluctuating charge and polarizable dipole models: Application to a five-site water potential
function. Journal of Chemical Physics, 2001, 115, 2237-2251. 1.2 267

989
Quantum, intramolecular flexibility, and polarizability effects on the reproduction of the density
anomaly of liquid water by simple potential functions. Journal of Chemical Physics, 2001, 115,
10758-10768.

1.2 103

990 Structural study of supercritical water. III. Rotational dynamics. Journal of Chemical Physics, 2001,
114, 4107-4115. 1.2 76

991 Molecular dynamics simulation study of the properties of doubly occupied N[sub 2] clathrate
hydrates. Journal of Chemical Physics, 2001, 115, 10500. 1.2 51

992 Thermodynamic and structural aspects of the potential energy surface of simulated water. Physical
Review E, 2001, 63, 041201. 0.8 78

993 Dynamics of supercooled water in configuration space. Physical Review E, 2001, 64, 036102. 0.8 34

994 Molecular Dynamics Simulation of Continuous Current Flow through a Model Biological Membrane
Channel. Physical Review Letters, 2001, 86, 2467-2470. 2.9 81

995 Short Wavelength Collective Dynamics in Phospholipid Bilayers: A Molecular Dynamics Study.
Physical Review Letters, 2001, 87, 238101. 2.9 53

996 Time and length scales for diffusion in liquids. Physical Review E, 2002, 65, 060201. 0.8 17



51

Citation Report

# Article IF Citations

997 Water structure and solute association in dilute aqueous methanol. Europhysics Letters, 2002, 59,
377-383. 0.7 118

998 Intermittent Permeation of Cylindrical Nanopores by Water. Physical Review Letters, 2002, 89, 175502. 2.9 116

999 The structure of a concentrated aqueous solution of tertiary butanol: Water pockets and resulting
perturbations. Journal of Chemical Physics, 2002, 117, 3753-3762. 1.2 48

1000 Thermodynamic behavior of a model covalent material described by the environment-dependent
interatomic potential. Physical Review B, 2002, 66, . 1.1 43

1001 Electrostatics on particles: Phenomenological and orientational density functional theory approach.
Journal of Chemical Physics, 2002, 117, 541-556. 1.2 31

1002 Electro-osmosis in a nanometer-scale channel studied by atomistic simulation. Journal of Chemical
Physics, 2002, 116, 2194-2200. 1.2 145

1003 Effects of the Ewald sum on the free energy of the extended simple point charge model for water.
Journal of Chemical Physics, 2002, 116, 5090. 1.2 36

1004 Canonical Monte Carlo simulations of the fluctuating-charge molecular water between charged
surfaces. Journal of Chemical Physics, 2002, 117, 337-345. 1.2 30

1005 Aqueous dimethyl sulfoxide solutions: Inter- and intra-molecular dynamics. Journal of Chemical
Physics, 2002, 116, 4643-4654. 1.2 96

1006 Temperature dependence of water dynamics at an aqueous micellar surface: Atomistic molecular
dynamics simulation studies of a complex system. Journal of Chemical Physics, 2002, 117, 2852-2859. 1.2 69

1007 Transitions between inherent structures in water. Physical Review E, 2002, 65, 041502. 0.8 57

1008 Calculation of the group-based pressure in molecular simulations. II. Numerical tests and application
to liquid water. Journal of Chemical Physics, 2002, 116, 6898-6909. 1.2 11

1009 Hydrogen bonds in aqueous electrolyte solutions: Statistics and dynamics based on both geometric
and energetic criteria. Physical Review E, 2002, 66, 041203. 0.8 85

1010 Computer simulations of the dynamics of doubly occupied N2 clathrate hydrates. Journal of Chemical
Physics, 2002, 117, 6637-6645. 1.2 39

1011 Monte Carlo simulation of vaporâ€“liquid binodal of water. Journal of Chemical Physics, 2002, 117,
9518-9519. 1.2 7

1012 Electron solvation in aqueous reverse micelles: Equilibrium properties. Journal of Chemical Physics,
2002, 117, 7712-7718. 1.2 10

1013 Preferential solvation of Ca2+ in aqueous solutions containing ammonia: A molecular dynamics
study. Journal of Chemical Physics, 2002, 116, 5460-5470. 1.2 15

1014
Interaction-site model description of the reorientational relaxation of molecular liquids:
Incorporation of the interaxial coupling into the siteâ€“site generalized Langevin/mode-coupling
theory. Journal of Chemical Physics, 2002, 117, 2216-2224.

1.2 26



52

Citation Report

# Article IF Citations

1015 Computations of diffusivities in ice and CO2 clathrate hydrates via molecular dynamics and Monte
Carlo simulations. Journal of Chemical Physics, 2002, 116, 702-709. 1.2 99

1016 Single-Particle and Collective Dynamics of Protein Hydration Water: A Molecular Dynamics Study.
Physical Review Letters, 2002, 89, 275501. 2.9 83

1017 Cooperative Origin of Low-Density Domains in Liquid Water. Physical Review Letters, 2002, 89, 215503. 2.9 103

1018 Translational diffusion and reorientational relaxation of water analyzed by siteâ€“site generalized
Langevin theory. Journal of Chemical Physics, 2002, 116, 2502-2507. 1.2 9

1019 Experimental determination of the siteâ€“site radial distribution functions of supercooled ultrapure
bulk water. Journal of Chemical Physics, 2002, 117, 6196-6199. 1.2 31

1020 An effective potential function with enhanced charge-transfer-type interaction for hydrogen-bonding
liquids. Journal of Chemical Physics, 2002, 117, 3558-3569. 1.2 16

1021 Coupling between molecular rotations and OHâ‹¯O motions in liquid water: Theory and experiment.
Journal of Chemical Physics, 2002, 117, 11301-11309. 1.2 51

1022 Anomaly of the temperature dependence of the diffusion of oxygen in supercritical water. Journal of
Chemical Physics, 2002, 116, 2680-2683. 1.2 19

1023 The shear viscosity of molecular fluids: A calculation by reverse nonequilibrium molecular dynamics.
Journal of Chemical Physics, 2002, 116, 3362-3369. 1.2 110

1024 Theoretical equations of state for temperature and electromagnetic field dependence of fluid
systems, based on the quasi-Gaussian entropy theory. Journal of Chemical Physics, 2002, 116, 4437-4449. 1.2 17

1025 Effective binding force calculation in a dimeric protein by molecular dynamics simulation. Journal of
Chemical Physics, 2002, 116, 6329-6338. 1.2 27

1026 Theory of solutions in the energy representation. II. Functional for the chemical potential. Journal of
Chemical Physics, 2002, 117, 3605-3616. 1.2 146

1027
Statistical mechanics and thermodynamics of magnetic and dielectric systems based on magnetization
and polarization fluctuations: Application of the quasi-Gaussian entropy theory. Journal of Chemical
Physics, 2002, 116, 4426-4436.

1.2 10

1028 Structure-Activity Relationships of Linear and Cyclic Peptides Containing the NGR Tumor-homing
Motif. Journal of Biological Chemistry, 2002, 277, 47891-47897. 1.6 159

1029 Structure-Dependent Solvent and Ion Intercalation in Reduced and Oxidized Nickel Hexacyanoferrates.
Journal of the Electrochemical Society, 2002, 149, E195. 1.3 22

1030 A grand canonical Monte Carlo simulation study of water adsorption in a Vycor-like disordered
mesoporous material at 300K.. Studies in Surface Science and Catalysis, 2002, , 371-378. 1.5 0

1031 Structural Properties of Water by a Flexible Water Model. Chinese Physics Letters, 2002, 19, 524-527. 1.3 0

1032
Mechanism by which 2,2,2-trifluoroethanol/water mixtures stabilize secondary-structure formation
in peptides: A molecular dynamics study. Proceedings of the National Academy of Sciences of the
United States of America, 2002, 99, 12179-12184.

3.3 465



53

Citation Report

# Article IF Citations

1033 Recent Advances in Structure Refinement for Liquids and Disordered Materials. , 2002, , 59-83. 1

1034 The Giardia intestinalis filamentous cyst wall contains a novel Â (1-3)-N-acetyl-D-galactosamine polymer:
a structural and conformational study. Glycobiology, 2002, 12, 499-505. 1.3 95

1037 Combining NMR and Simulation Methods in Oligosaccharide Conformational Analysis. , 0, , 109-144. 2

1038 Aggregation and Solvation of Steroid Molecules in Different Solvents. Crystal Growth and Design,
2002, 2, 121-126. 1.4 3

1039 Excited States of Iodide Anions in Water:â€‰ A Comparison of the Electronic Structure in Clusters and in
Bulk Solution. Journal of Physical Chemistry A, 2002, 106, 1286-1298. 1.1 119

1040 (H2O)6on a Virtual Metal Surface:Â  Many-Body Effects in the Bilayer Structure. Journal of Physical
Chemistry A, 2002, 106, 6154-6160. 1.1 4

1041 A Simple Statistical Mechanical Model of Water. Journal of Physical Chemistry B, 2002, 106, 11829-11842. 1.2 58

1042 The Molecular Structure and Dynamics of Short Oligomers of PMDA-ODA and BCDA-ODA Polyimides in
the Absence and Presence of Water. Journal of Physical Chemistry B, 2002, 106, 4617-4631. 1.2 19

1043 Slow Orientational Dynamics of Water Molecules at a Micellar Surface. Journal of Physical
Chemistry B, 2002, 106, 3668-3672. 1.2 77

1044 Chloride Ion Hydration and Diffusion in Supercritical Water Using a Polarizable Water Model.
Journal of Physical Chemistry B, 2002, 106, 3979-3986. 1.2 23

1045 Comment on â€œReevaluation in Interpretation of Hydrophobicity by Scaled Particle Theoryâ€•. Journal of
Physical Chemistry B, 2002, 106, 7713-7716. 1.2 45

1046 Molecular Dynamics Simulations of the Squarate Dianion (C4O42-) in Aqueous Solution. Journal of
Physical Chemistry B, 2002, 106, 5492-5499. 1.2 14

1047 The Hydrophobic Effect and the Influence of Soluteâˆ’Solvent Attractions. Journal of Physical
Chemistry B, 2002, 106, 2047-2053. 1.2 307

1048 Determination of the Gibbs Free Energy of Gas Replacement in SI Clathrate Hydrates by Molecular
Simulation. Journal of Physical Chemistry A, 2002, 106, 7982-7987. 1.1 101

1049 Bundles Consisting of Extended Transmembrane Segments of Vpu from HIV-1:Â  Computer Simulations
and Conductance Measurementsâ€ . Biochemistry, 2002, 41, 7359-7365. 1.2 50

1050 Surfactant-Modified CO2âˆ’Water Interface:â€‰ A Molecular View. Journal of Physical Chemistry B, 2002,
106, 13250-13261. 1.2 66

1051
H3O+/Cl-Association in High-Temperature Aqueous Solutions over a Wide Range of State Conditions. A
Direct Comparison between Simulation and Electrical Conductance Experiment. Journal of Physical
Chemistry B, 2002, 106, 2041-2046.

1.2 28

1052 The MSXX Force Field for the Barium Sulfateâˆ’Water Interface. Journal of Physical Chemistry B, 2002,
106, 9951-9966. 1.2 22



54

Citation Report

# Article IF Citations

1053 The Effect of the Neglect of Electronic Polarization in Peptide Folding Simulations. Journal of
Physical Chemistry B, 2002, 106, 12830-12833. 1.2 17

1054
Partial Molar Volume and Compressibility of Alkaliâˆ’Halide Ions in Aqueous Solution:â€‰ Hydration Shell
Analysis with an Integral Equation Theory of Molecular Liquids. Journal of Physical Chemistry B, 2002,
106, 7308-7314.

1.2 42

1055 Monte Carlo Simulation Study of Solvent Effect on Î”logKsof Rb+and K+Ion to 18-Crown-6. Journal of
Physical Chemistry B, 2002, 106, 11579-11584. 1.2 12

1056
Molecular Association in Solution:â€‰ A Kirkwoodâˆ’Buff Analysis of Sodium Chloride, Ammonium Sulfate,
Guanidinium Chloride, Urea, and 2,2,2-Trifluoroethanol in Water. Journal of Physical Chemistry B,
2002, 106, 1491-1500.

1.2 120

1057 Molecular dynamics simulations of water clusters with ions at atmospheric conditions. Journal of
Chemical Physics, 2002, 116, 7879-7892. 1.2 52

1058 Molecular Dynamics Simulation with the Charge Response Kernel:Â  Vibrational Spectra of Liquid Water
andN-Methylacetamide in Aqueous Solution. Journal of Physical Chemistry B, 2002, 106, 3466-3476. 1.2 71

1059 A Molecular Dynamics Study of Tryptophan in Water. Journal of Physical Chemistry B, 2002, 106,
9440-9445. 1.2 31

1060 Mechanism of Acetylcholinesterase Inhibition by Fasciculin:Â  A 5-ns Molecular Dynamics Simulation.
Journal of the American Chemical Society, 2002, 124, 6153-6161. 6.6 75

1061 Pressure Effects on the Dynamics and Hydrogen Bond Properties of Aqueous Electrolyte Solutions:â€‰
The Role of Ion Screening. Journal of Physical Chemistry B, 2002, 106, 6779-6783. 1.2 66

1062
Heme Distortions in Sperm-Whale Carbonmonoxy Myoglobin:â€‰ Correlations between Rotational
Strengths and Heme Distortions in MD-Generated Structures. Journal of the American Chemical
Society, 2002, 124, 3385-3394.

6.6 46

1063 Microscopic simulation of structure and dynamics of water and counterions in a monohydrated
montmorillonite. Journal of Chemical Physics, 2002, 117, 3454-3463. 1.2 160

1064 Simulations of apo and holo-fatty acid binding protein: structure and dynamics of protein, ligand and
internal water 1 1Edited by B. Honig. Journal of Molecular Biology, 2002, 315, 713-736. 2.0 64

1065 The structure of concentrated NiCl2aqueous solutions: what is molecular simulation revealing
about the neutron scattering methodologies?. Molecular Physics, 2002, 100, 2307-2315. 0.8 21

1066 Solubility of KF in water by molecular dynamics using the Kirkwood integration method. Journal of
Chemical Physics, 2002, 117, 4947-4953. 1.2 87

1067 Solvation of small molecules in imidazolium ionic liquids: a simulation study. Green Chemistry, 2002,
4, 107-111. 4.6 271

1068 Molecular structural order and anomalies in liquid silica. Physical Review E, 2002, 66, 011202. 0.8 215

1069 A Theoretical Analysis of the Sum Frequency Generation Spectrum of the Water Surface. II.
Time-Dependent Approach. Journal of Physical Chemistry B, 2002, 106, 673-685. 1.2 251

1070 Hydrophobic Effects and Modeling of Biophysical Aqueous Solution Interfaces. Chemical Reviews,
2002, 102, 2671-2692. 23.0 359



55

Citation Report

# Article IF Citations

1071 Structure of Phosphate Fluorosurfactant Based Reverse Micelles in Supercritical Carbon Dioxide.
Langmuir, 2002, 18, 7371-7376. 1.6 78

1072 Water Rotational Relaxation and Diffusion in Hydrated Lysozyme. Journal of the American Chemical
Society, 2002, 124, 6787-6791. 6.6 232

1073 Determining the shear viscosity of model liquids from molecular dynamics simulations. Journal of
Chemical Physics, 2002, 116, 209. 1.2 620

1074 Water Structure from Scattering Experiments and Simulation. Chemical Reviews, 2002, 102, 2651-2670. 23.0 476

1075 Layering Behavior and Axial Phase Equilibria of Pure Water and Water + Carbon Dioxide Inside Single
Wall Carbon Nanotubes. Nano Letters, 2002, 2, 1427-1431. 4.5 53

1076
Hydrogen and Higher Shell Contributions in Zn2+, Ni2+, and Co2+Aqueous Solutions:Â  An X-ray
Absorption Fine Structure and Molecular Dynamics Study. Journal of the American Chemical Society,
2002, 124, 1958-1967.

6.6 175

1077 Ab Initio Intermolecular Potentials for Gas Hydrates and Their Predictions. Journal of Physical
Chemistry B, 2002, 106, 5722-5732. 1.2 80

1078 Simulation Study of the Effect of the Chemical Heterogeneity of Activated Carbon on Water
Adsorption. Langmuir, 2002, 18, 9296-9306. 1.6 160

1079 Hydrophobic/hydrophilic solvation: inferences from Monte Carlo simulations and experiments.
Molecular Physics, 2002, 100, 2773-2792. 0.8 37

1080
Oxygenated Metabolites of Anandamide and 2-Arachidonoylglycerol:â€‰ Conformational Analysis and
Interaction with Cannabinoid Receptors, Membrane Transporter, and Fatty Acid Amide Hydrolase.
Journal of Medicinal Chemistry, 2002, 45, 3709-3720.

2.9 136

1081 MD Simulation Studies of Selective Solvation in Methanolâˆ’Water Mixtures:â€‰ An Effect of the Charge
Density of a Solute. Journal of Physical Chemistry A, 2002, 106, 1336-1345. 1.1 53

1082
Extending the polarizable continuum model to effective ab initio pair potentials in multicomponent
solutions: A test on calciumâ€“water and calciumâ€“ammonia potentials. Journal of Chemical Physics,
2002, 116, 5448-5459.

1.2 8

1083
Dynamic Conformations of Flavin Adenine Dinucleotide:â€‰ Simulated Molecular Dynamics of the Flavin
Cofactor Related to the Time-Resolved Fluorescence Characteristics. Journal of Physical Chemistry B,
2002, 106, 8858-8869.

1.2 130

1084 Derivation of an improved simple point charge model for liquid water: SPC/A and SPC/L. Journal of
Chemical Physics, 2002, 116, 9811-9828. 1.2 203

1085 Chloride Anion on Aqueous Clusters, at the Airâˆ’Water Interface, and in Liquid Water:Â  Solvent Effects
on Cl-Polarizability. Journal of Physical Chemistry A, 2002, 106, 379-383. 1.1 134

1086 Molecular simulation of phase coexistence in adsorption in porous solids. Molecular Physics, 2002,
100, 3803-3815. 0.8 49

1087 Can Water Polarizability Be Ignored in Hydrogen Bond Kinetics?. Journal of Physical Chemistry B, 2002,
106, 2054-2060. 1.2 195

1088 An examination of the five-site potential (TIP5P) for water. Journal of Chemical Physics, 2002, 117,
8892-8897. 1.2 89



56

Citation Report

# Article IF Citations

1089 Viscosity and stress autocorrelation function in supercooled water: a molecular dynamics study.
Molecular Physics, 2002, 100, 2617-2627. 0.8 34

1090 Structure of tert-Butyl Alcoholâˆ’Water Mixtures Studied by the RISM Theory. Journal of Physical
Chemistry B, 2002, 106, 5042-5049. 1.2 126

1091 The total molecular dipole moment for liquid water. Journal of Chemical Physics, 2002, 117, 5290-5302. 1.2 172

1093 Ice 1h/water interface of the SPC/E model: Molecular dynamics simulations of the equilibrium basal
and prism interfaces. Journal of Chemical Physics, 2002, 117, 10258-10268. 1.2 81

1094 Molecular Dynamics Study of the Structure and Thermophysical Properties of Model sI Clathrate
Hydrates. Journal of Physical Chemistry B, 2002, 106, 442-451. 1.2 109

1095 On the Debyeâˆ’Waller Factor of Hexagonal Ice:â€‰ A Computer Simulation Study. Journal of the American
Chemical Society, 2002, 124, 8085-8089. 6.6 13

1096
Development and Validation of an Integrated Computational Approach for the Study of Ionic Species in
Solution by Means of Effective Two-Body Potentials. The Case of Zn2 +, Ni2 +, and Co2 +in Aqueous
Solutions. Journal of the American Chemical Society, 2002, 124, 1968-1976.

6.6 92

1097 Ab initio pair potential and phase equilibria predictions for the refrigerant methyl fluoride.
Molecular Physics, 2002, 100, 2433-2447. 0.8 10

1098 Solvation effects on equilibria: Triazoles and N-methyl piperidinol. Physical Chemistry Chemical
Physics, 2002, 4, 5281-5288. 1.3 9

1099
Coupling of solvent and solute dynamicsâ€”molecular dynamics simulations of aqueous urea
solutions with different intramolecular potentials. Physical Chemistry Chemical Physics, 2002, 4,
86-95.

1.3 49

1100 Thermodynamic properties and interfacial tension of a model waterâ€“carbon dioxide system. Physical
Chemistry Chemical Physics, 2002, 4, 937-941. 1.3 37

1101 Determining the electronic structure and chemical potentials of molecules in solution. Physical
Chemistry Chemical Physics, 2002, 4, 3016-3021. 1.3 6

1102 Molecular Dynamics Simulation for Ligand-Receptor Studies. Carbohydrates Interactions in Aqueous
Solutions. Current Pharmaceutical Design, 2002, 8, 1579-1604. 0.9 12

1103 Dynamics of melting and stability of ice 1h: Molecular-dynamics simulations of the SPC/E model of
water. Journal of Chemical Physics, 2002, 116, 8876-8880. 1.2 62

1104 Molecular dynamics simulation of interfacial electrolyte behaviors in nanoscale cylindrical pores.
Journal of Chemical Physics, 2002, 117, 5850-5854. 1.2 35

1105 Statistical mechanical models with effective potentials: Definitions, applications, and thermodynamic
consequences. Journal of Chemical Physics, 2002, 117, 288-296. 1.2 78

1106 New insight into the orientational order of water molecules at the water/1,2-dichloroethane
interface: A Monte Carlo simulation study. Journal of Chemical Physics, 2002, 117, 2271-2280. 1.2 113

1107 The reduction of hydrogen in the presence of bisulphate on platinum(111) electrodes. Molecular
Physics, 2002, 100, 2911-2920. 0.8 4



57

Citation Report

# Article IF Citations

1108 Molecular Mechanisms of Calcium and Magnesium Binding to Parvalbumin. Biophysical Journal, 2002,
82, 1133-1146. 0.2 85

1109 Molecular Dynamics of Water at the Proteinâˆ’Solvent Interface. Journal of Physical Chemistry B, 2002,
106, 6617-6633. 1.2 484

1110 Synthesis, structure and catalytic activity of ruthenium diaminodiphosphine complexes. Dalton
Transactions RSC, 2002, , 1139-1146. 2.3 16

1111 MD Calculated Structural Properties of Clusters in Liquid Acetonitrile/Water Mixtures with Various
Contents of Acetonitrile. Journal of Physical Chemistry A, 2002, 106, 7147-7154. 1.1 45

1112 Layer analysis of the structure of water confined in vycor glass. Journal of Chemical Physics, 2002,
116, 342. 1.2 143

1113 Hydrogen Bond Dynamics in Water and Ultrafast Infrared Spectroscopy. Journal of Physical Chemistry
A, 2002, 106, 11993-11996. 1.1 325

1114 Essential motions in a fungal lipase with bound substrate, covalently attached inhibitor and product.
Journal of Molecular Recognition, 2002, 15, 393-404. 1.1 15

1115 Hydrogen-Bond Dynamics near a Micellar Surface: Origin of the Universal Slow Relaxation at Complex
Aqueous Interfaces. Physical Review Letters, 2002, 89, 115505. 2.9 345

1117 Hydration structures of the squarate dianion C4O42âˆ’. A combined molecular dynamics simulation and
quantum ab initio study. Computational and Theoretical Chemistry, 2002, 580, 137-145. 1.5 2

1118 High pressure simulations of biomolecules. BBA - Proteins and Proteomics, 2002, 1595, 185-200. 2.1 53

1119 Atomistic computer simulations for thermodynamic properties of carbon dioxide at low
temperatures. Energy Conversion and Management, 2002, 43, 2601-2623. 4.4 20

1120 Evidence of Complete Hydrophobic Coating of Bombesin by Trifluoroethanol in Aqueous Solution: An
NMR Spectroscopic and Molecular Dynamics Study. Chemistry - A European Journal, 2002, 8, 1663-1669. 1.7 86

1121 Molecular structure of the outer bacterial membrane ofPseudomonas aeruginosa via classical
simulation. Biopolymers, 2002, 65, 395-407. 1.2 40

1122 Molecular Dynamics Simulation of the Association of Nonpolar Spheres in Water. Journal of Colloid
and Interface Science, 2002, 246, 316-320. 5.0 1

1123 New approach to free energy of solvation applying continuum models to molecular dynamics
simulation. Journal of Computational Chemistry, 2002, 23, 706-714. 1.5 18

1124
Structure and dynamics of liquid water with different long-range interaction truncation and
temperature control methods in molecular dynamics simulations. Journal of Computational
Chemistry, 2002, 23, 1211-1219.

1.5 134

1125 Development of a polarizable force field for proteins via ab initio quantum chemistry: First
generation model and gas phase tests. Journal of Computational Chemistry, 2002, 23, 1515-1531. 1.5 296

1126 Water polarizability in condensed phase:Ab initio evaluation by cluster approach. Journal of
Computational Chemistry, 2002, 23, 1466-1471. 1.5 73



58

Citation Report

# Article IF Citations

1127 Wetting of nanoparticles and nanoparticle arrays. Colloids and Surfaces A: Physicochemical and
Engineering Aspects, 2002, 206, 241-251. 2.3 35

1128 Formation and Decomposition Mechanisms for Clathrate Hydrates. Journal of Supramolecular
Chemistry, 2002, 2, 467-472. 0.4 38

1129 Collagen stability, hydration and native state. Journal of Molecular Graphics and Modelling, 2002, 21,
209-213. 1.3 75

1130 Ion association in concentrated NaCl brines from ambient to supercritical conditions: results from
classical molecular dynamics simulations. Geochemical Transactions, 2002, 3, 1. 1.8 75

1131 Microstructure and dynamics of electrolyte solutions containing polyatomic ions by NMR relaxation
and molecular dynamics simulation. Journal of Molecular Liquids, 2002, 98-99, 173-182. 2.3 20

1132 Dynamics of the hydrogen bond network in liquid water. Journal of Molecular Liquids, 2002, 98-99,
215-226. 2.3 18

1133 Dynamical properties of hydrogen bonded liquids. Journal of Molecular Liquids, 2002, 96-97, 19-29. 2.3 6

1134 Dynamics in hydrogen bonded liquids: water and alcohols. Journal of Molecular Liquids, 2002, 96-97,
3-17. 2.3 99

1135
Computer simulation studies of the liquid mixtures water-dimethylsulfoxide using different effective
potential models: Thermodynamic and transport properties. Journal of Molecular Liquids, 2002, 98-99,
401-411.

2.3 6

1136 The influence of the density in the hydrophobic hydration of methane in supercritical water. Journal
of Molecular Liquids, 2002, 101, 113-125. 2.3 3

1137 Density dependence of reorientational dynamics in supercritical water. Journal of Molecular Liquids,
2002, 101, 137-147. 2.3 15

1138 Translational and rotational diffusion in stretched water. Journal of Molecular Liquids, 2002, 101,
159-168. 2.3 31

1139 A reappraisal of what we have learnt during three decades of computer simulations on water. Journal
of Molecular Liquids, 2002, 101, 219-260. 2.3 828

1140 Molecular dynamics simulations of the liquid mixtures N, N-dimethylformamide-water using available
potential models. Journal of Molecular Liquids, 2002, 101, 69-79. 2.3 16

1141 Fragmentation reactions of charged aqueous clusters. Computational and Theoretical Chemistry,
2002, 591, 131-140. 1.5 43

1142 Molecular dynamics simulations of water and ion dynamics in the electrochemical double layer. Solid
State Ionics, 2002, 150, 1-12. 1.3 42

1143 Temporal fluctuations in the potential energy of proteins: 1/fÎ± noise and diffusion. Physica D:
Nonlinear Phenomena, 2002, 165, 242-250. 1.3 35

1144 Molecular dynamics study on ionic hydration. Fluid Phase Equilibria, 2002, 194-197, 257-270. 1.4 161



59

Citation Report

# Article IF Citations

1145 Activity coefficient prediction by osmotic molecular dynamics. Fluid Phase Equilibria, 2002, 193, 53-73. 1.4 14

1146 Instantaneous normal mode analysis of short-time dynamics in hydrogen-bonded liquids. Physica A:
Statistical Mechanics and Its Applications, 2002, 314, 492-500. 1.2 2

1147 Relation between structural and dynamical anomalies in supercooled water. Physica A: Statistical
Mechanics and Its Applications, 2002, 314, 470-476. 1.2 60

1148 Melting of the solvent structure around a RNA duplex: a molecular dynamics simulation study.
Biophysical Chemistry, 2002, 95, 203-210. 1.5 32

1149 Hydration entropy change from the hard sphere model. Biophysical Chemistry, 2002, 101-102, 173-185. 1.5 13

1150 Folding and stability of the three-stranded ?-sheet peptide Betanova: Insights from molecular dynamics
simulations. Proteins: Structure, Function and Bioinformatics, 2002, 46, 380-392. 1.5 50

1151 NADH interactions with WT- and S94A-acyl carrier protein reductase fromMycobacterium
tuberculosis:An ab initio study. Proteins: Structure, Function and Bioinformatics, 2002, 47, 62-68. 1.5 8

1152 Flexibility in monomeric Cu,Zn superoxide dismutase detected by limited proteolysis and molecular
dynamics simulation. Proteins: Structure, Function and Bioinformatics, 2002, 47, 513-520. 1.5 20

1153 Ion permeation through the gramicidin channel: Atomically detailed modeling by the stochastic
difference equation. Proteins: Structure, Function and Bioinformatics, 2002, 50, 63-80. 1.5 19

1154 A polarizable force field for water using an artificial neural network. Journal of Molecular
Structure, 2002, 641, 77-91. 1.8 47

1155 Jumping between water polymorphs. Physica A: Statistical Mechanics and Its Applications, 2002, 304,
43-52. 1.2 16

1156 Statistical physics and liquid water: â€œWhat mattersâ€•. Physica A: Statistical Mechanics and Its
Applications, 2002, 306, 230-242. 1.2 23

1157 Stochastic molecular dynamics of peanut lectin PNA complex with T-antigen disaccharide. Journal of
Molecular Graphics and Modelling, 2002, 21, 227-240. 1.3 8

1158 Molecular dynamics simulation of the first electron transfer step in the oxygen reduction reaction.
Journal of Electroanalytical Chemistry, 2002, 532, 165-170. 1.9 70

1159 Solvent effect on Clâˆ’ to Fâˆ’ ion mutation: a Monte Carlo simulations study. Chemical Physics Letters,
2002, 364, 489-496. 1.2 4

1160 DL_POLY: Application to molecular simulation. Molecular Simulation, 2002, 28, 385-471. 0.9 536

1161 Molecular Dynamics Simulation of Aqueous Sodium Chloride Solution at the NaCl(001) Interface with
a Polarizable Water Model. Langmuir, 2002, 18, 547-556. 1.6 34

1162 Energetic and entropic contributions to the interactions between like-charged groups in cationic
peptides: A molecular dynamics simulation study. Protein Science, 2002, 11, 2001-2009. 3.1 11



60

Citation Report

# Article IF Citations

1163 Absolute hydration free energies of ions, ionâ€“water clusters, and quasichemical theory. Journal of
Chemical Physics, 2003, 119, 2702-2708. 1.2 200

1164 Ultrafast Hydrogen-Bond Dynamics in the Infrared Spectroscopy of Water. Science, 2003, 301, 1698-1702. 6.0 894

1165 Hydration structure and diffusion of ions in supercooled water: Ion size effects. Journal of Chemical
Physics, 2003, 118, 9719-9725. 1.2 95

1166 In Silico Modeling and Conformational Mobility of DNA Duplexes. Molecular Biology, 2003, 37, 210-222. 0.4 1

1167 Title is missing!. Russian Chemical Bulletin, 2003, 52, 330-335. 0.4 2

1168 Molecular dynamics simulation of Matrix Metalloproteinase 2: fluctuations and time evolution of
recognition pockets. Journal of Computer-Aided Molecular Design, 2003, 17, 837-848. 1.3 12

1169 Complementary Organization of the Structure of Water. Journal of Structural Chemistry, 2003, 44,
836-845. 0.3 6

1170 Application of Statistical Physics to Understand Static and Dynamic Anomalies in Liquid Water.
Journal of Statistical Physics, 2003, 110, 1039-1054. 0.5 23

1171 Dielectric relaxation spectrum of water studied by the siteâ€”site generalized Langevin/modified
mode-coupling theory. Molecular Physics, 2003, 101, 1211-1220. 0.8 16

1172 Solvent Reorganization in Electron and Ion Transfer Reactions near a Smooth Electrified Surface:â€‰ a
Molecular Dynamics Study. Journal of the American Chemical Society, 2003, 125, 9840-9845. 6.6 63

1173 A novel approach for designing simple point charge models for liquid water with three interaction
sites. Journal of Computational Chemistry, 2003, 24, 1087-1096. 1.5 24

1174 Structural and dynamical properties of methane clathrate hydrates. Journal of Computational
Chemistry, 2003, 24, 1569-1581. 1.5 88

1175 Predicting adsorption of water/organic mixtures using molecular simulation. AICHE Journal, 2003, 49,
2059-2070. 1.8 34

1176 Classical and QM/MM molecular dynamics simulations of Co2+ in water. Chemical Physics, 2003, 295,
63-70. 0.9 22

1177 Preferential solvation and elasticity of the hydrogen bonds network in tertiary butyl alcoholâ€“water
mixture. Chemical Physics Letters, 2003, 379, 581-587. 1.2 15

1178 Water adsorption by activated carbons in relation to their microporous structure. Carbon, 2003, 41,
479-486. 5.4 54

1179 Flexible TIP4P model for molecular dynamics simulation of liquid water. Chemical Physics Letters,
2003, 372, 842-847. 1.2 109

1180 Pressure effects on the tracer diffusion and orientational relaxation of hydrogen bonding solutes in
ambient and supercooled water. Chemical Physics Letters, 2003, 373, 79-86. 1.2 25



61

Citation Report

# Article IF Citations

1181 Dynamics of water molecules at liquidâ€“vapour interfaces of aqueous ionic solutions: effects of ion
concentration. Chemical Physics Letters, 2003, 373, 87-93. 1.2 54

1182 Signatures of multiple time-scale behaviour in the power spectra of water. Chemical Physics Letters,
2003, 376, 683-689. 1.2 13

1183 A temperature of maximum density in soft sticky dipole water. Chemical Physics Letters, 2003, 376,
646-652. 1.2 34

1184 Molecular dynamics study of the structure and dynamics of Zn2+ ion in water. Chemical Physics
Letters, 2003, 379, 268-276. 1.2 25

1185 Some recent trends in computer simulations of aqueous double layers. Electrochimica Acta, 2003, 49,
23-27. 2.6 70

1186 Semiclassical simulation of photochemical reactions in condensed phase. Computational and
Theoretical Chemistry, 2003, 621, 119-126. 1.5 37

1187 Confined water in nanotube. Computational and Theoretical Chemistry, 2003, 623, 159-166. 1.5 28

1188 H3O+/CIâˆ’ ion pairing in hydrothermal solutions by simulation and electrical conductance. A review.
Journal of Molecular Liquids, 2003, 103-104, 235-248. 2.3 10

1189 Spatial organization of water structure. Journal of Molecular Liquids, 2003, 106, 199-213. 2.3 8

1190 Reliable potential for small sulfuric acidâ€“water clusters. Chemical Physics, 2003, 287, 7-19. 0.9 40

1191 Including the polarization in simulations of hydrated aluminosilicates. Model and application to
water in silicalite. Chemical Physics, 2003, 292, 53-70. 0.9 34

1192 Impact of urea on water structure: a clue to its properties as a denaturant?. Biophysical Chemistry,
2003, 105, 649-666. 1.5 197

1193 Electrostatic properties in the catalytic site of papain: A possible regulatory mechanism for the
reactivity of the ion pair. Proteins: Structure, Function and Bioinformatics, 2003, 52, 236-253. 1.5 33

1194 Static and dynamic water molecules in Cu,Zn superoxide dismutase. Proteins: Structure, Function and
Bioinformatics, 2003, 51, 607-615. 1.5 18

1195 Characterization of the active site of DNA polymerase ? by molecular dynamics and quantum chemical
calculation. Proteins: Structure, Function and Bioinformatics, 2003, 53, 667-682. 1.5 35

1196 A QM/MM hybrid simulation of 5-hydroxytryptophan in solution. International Journal of Quantum
Chemistry, 2003, 95, 289-294. 1.0 2

1197 Water-driven structure transformation in nanoparticles at room temperature. Nature, 2003, 424,
1025-1029. 13.7 427

1198 The Mg2+ Binding Sites of the 5S rRNA Loop E Motif as Investigated by Molecular Dynamics
Simulations. Chemistry and Biology, 2003, 10, 551-561. 6.2 91



62

Citation Report

# Article IF Citations

1199 Development of a simple, self-consistent polarizable model for liquid water. Journal of Chemical
Physics, 2003, 118, 221-234. 1.2 209

1200 Force Fields for Protein Simulations. Advances in Protein Chemistry, 2003, 66, 27-85. 4.4 1,560

1201 Physics of the Liquid-Liquid Critical Point. Physical Review Letters, 2003, 91, 155701. 2.9 72

1202 Monolayer of Monododecyl Diethylene Glycol Surfactants Adsorbed at the Air/Water Interface: A
Molecular Dynamics Study. Langmuir, 2003, 19, 10443-10448. 1.6 51

1203 A Kirkwoodâ€“Buff derived force field for sodium chloride in water. Journal of Chemical Physics, 2003,
119, 11342-11349. 1.2 199

1204 Polarization Deficiency and Excess Free Energy of Ion Hydration in Electric Fields. Journal of Physical
Chemistry B, 2003, 107, 7135-7142. 1.2 24

1205 The Water Trimer. Chemical Reviews, 2003, 103, 2533-2578. 23.0 325

1206 Molecular Differences between Hydrocarbon and Fluorocarbon Surfactants at the CO2/Water
Interface. Journal of Physical Chemistry B, 2003, 107, 10185-10192. 1.2 84

1207 Temperature of maximum density line of a polarizable water model. Physical Review E, 2003, 67, 011201. 0.8 12

1208 Monte Carlo and Molecular Dynamics Simulation of Uranyl Adsorption on Montmorillonite Clay.
Clays and Clay Minerals, 2003, 51, 372-381. 0.6 30

1209 On the Waterâˆ’Carbon Interaction for Use in Molecular Dynamics Simulations of Graphite and Carbon
Nanotubes. Journal of Physical Chemistry B, 2003, 107, 1345-1352. 1.2 1,150

1210 Molecular Dynamics Simulations of End-to-End Contact Formation in Hydrocarbon Chains in Water
and Aqueous Urea Solution. Journal of the American Chemical Society, 2003, 125, 1950-1957. 6.6 146

1211 Tracer diffusion of ionic and hydrophobic solutes in waterâ€“dimethyl sulfoxide mixtures: Effects of
varying composition. Journal of Chemical Physics, 2003, 119, 4360-4366. 1.2 33

1212 Water structure as a function of temperature from X-ray scattering experiments and ab initio
molecular dynamics. Physical Chemistry Chemical Physics, 2003, 5, 1981. 1.3 189

1213 Polarizable Atomic Multipole Water Model for Molecular Mechanics Simulation. Journal of Physical
Chemistry B, 2003, 107, 5933-5947. 1.2 1,270

1214 Interplay between hydrophobic cluster and loop propensity in beta-hairpin formation: A mechanistic
study. Protein Science, 2003, 12, 538-550. 3.1 32

1215 Free energy of liquid water on the basis of quasichemical theory andab initiomolecular dynamics.
Physical Review E, 2003, 68, 041505. 0.8 133

1216 Mixing Distributions within the Quasi-Gaussian Entropy Theory:Â  Multistate Thermal Equations of
State Valid for Large Temperature Ranges. Journal of Physical Chemistry B, 2003, 107, 1410-1422. 1.2 5



63

Citation Report

# Article IF Citations

1217 Molecular Dynamics Simulations of the Liquid/Vapor Interface of Aqueous Ethanol Solutions as a
Function of Concentration. Journal of Physical Chemistry B, 2003, 107, 2333-2343. 1.2 55

1218 Solvation of hydroxyl ions in water. Journal of Chemical Physics, 2003, 119, 5001-5004. 1.2 76

1219 Global Minima of Water Clusters (H2O)N,Nâ‰¤ 25, Described by Three Empirical Potentials. Journal of
Physical Chemistry B, 2003, 107, 3914-3920. 1.2 116

1220 Molecular Dynamics Simulations of the Interior of Aqueous Reverse Micelles:Â  A Comparison between
Sodium and Potassium Counterions. Langmuir, 2003, 19, 2514-2520. 1.6 103

1221 A Simulation Study of Waterâˆ’Dialkylimidazolium Ionic Liquid Mixtures. Journal of Physical Chemistry
B, 2003, 107, 10873-10878. 1.2 378

1222 Structure and Dynamics of Hydrated Ag (I): Ab Initio Quantum Mechanical-Molecular Mechanical
Molecular Dynamics Simulation. Journal of Physical Chemistry A, 2003, 107, 3132-3138. 1.1 52

1223 Salt Crystallization from an Evaporating Aqueous Solution by Molecular Dynamics Simulations.
Journal of Physical Chemistry B, 2003, 107, 8271-8274. 1.2 65

1224 InSituNeutron Diffraction Studies of Methane Hydrate Formation and Decompositionâ€ . Journal of
Chemical &amp; Engineering Data, 2003, 48, 778-782. 1.0 10

1225 Temperature and Concentration Effects on Li+-Ion Hydration. A Molecular Dynamics Simulation Study.
Journal of Physical Chemistry B, 2003, 107, 3234-3242. 1.2 76

1226 Molecular Dynamics Simulation of the Solution Structure near the Solidâˆ’Liquid Interface between
the NaCl(100) and NaClâˆ’KClâˆ’H2O Solutions. Crystal Growth and Design, 2003, 3, 209-213. 1.4 13

1227
Molecular Dynamics Simulation Studies of Polyether and Perfluoropolyether Surfactant Based
Reverse Micelles in Supercritical Carbon Dioxide. Journal of Physical Chemistry B, 2003, 107,
12906-12916.

1.2 58

1228 Conformational Studies of a Bombolitin III-Derived Peptide Mimicking the Four-Helix Bundle
Structural Motif of Proteins. Journal of the American Chemical Society, 2003, 125, 15314-15323. 6.6 5

1229 Molecular Simulation of Disjoining-Pressure Isotherms for Free Aqueous Thin Films. Journal of
Physical Chemistry B, 2003, 107, 13076-13083. 1.2 26

1230 Water structure and dynamics in phosphate fluorosurfactant based reverse micelle: A computer
simulation study. Journal of Chemical Physics, 2003, 118, 1937-1944. 1.2 91

1231 The Effects of Internal Water Molecules on the Structure and Dynamics of Chymotrypsin Inhibitor 2.
Journal of Physical Chemistry B, 2003, 107, 1395-1402. 1.2 3

1232 Identity, Energy, and Environment of Interfacial Water Molecules in a Micellar Solution. Journal of
Physical Chemistry B, 2003, 107, 5194-5202. 1.2 99

1233 Rate and Mechanisms for Water Exchange around Li+(aq) from MD Simulations. Journal of Physical
Chemistry B, 2003, 107, 4470-4477. 1.2 70

1234 Molecular Dynamics of the Long Neurotoxin LSIIIâ€ . Biochemistry, 2003, 42, 14443-14451. 1.2 4



64

Citation Report

# Article IF Citations

1235 QM/MM Molecular Dynamics Simulation of the Structure of Hydrated Fe(II) and Fe(III) Ions. Journal of
Physical Chemistry A, 2003, 107, 2324-2328. 1.1 49

1236 Hydration of Sr2 +in Hydrothermal Solutions from ab Initio Molecular Dynamics. Journal of Physical
Chemistry B, 2003, 107, 9056-9058. 1.2 37

1237 Reaction Rate Theory Approach to Thermodynamic State Dependence of Hydration Shell Exchange for
Li+(Aq). Journal of Physical Chemistry B, 2003, 107, 2651-2659. 1.2 21

1238 Theoretical study of the molecular motion of liquid water under high pressure. Journal of Chemical
Physics, 2003, 119, 1021-1034. 1.2 28

1239 Molecular Dynamics Simulations, Thermodynamic Analysis, and Experimental Study of Phase Stability
of Zinc Sulfide Nanoparticles. Journal of Physical Chemistry B, 2003, 107, 13051-13060. 1.2 180

1240 Anomalously Immobilized Water:â€‰ A New Water Phase Induced by Confinement in Nanotubes. Nano
Letters, 2003, 3, 589-592. 4.5 411

1241 Molecular dynamics investigation of water permeation through nanopores. Journal of Chemical
Physics, 2003, 119, 3905-3919. 1.2 85

1242 Kirkwoodâ€“Buff derived force field for mixtures of acetone and water. Journal of Chemical Physics,
2003, 118, 10663-10670. 1.2 131

1243 Solvation properties of Li+and CIâˆ’in water: molecular dynamics simulation with a non-rigid model.
Molecular Physics, 2003, 101, 1501-1510. 0.8 12

1244 Direct calculation of liquidâ€“vapor phase equilibria from transition matrix Monte Carlo simulation.
Journal of Chemical Physics, 2003, 118, 9915-9925. 1.2 262

1245 Supercooled and glassy water. Journal of Physics Condensed Matter, 2003, 15, R1669-R1726. 0.7 956

1246 The structure of CaCl2 aqueous solutions over a wide range of concentration. Interpretation of
diffraction experiments via molecular simulation. Journal of Chemical Physics, 2003, 119, 8052-8061. 1.2 97

1247 Structural Requirements of the Fructan-Lipid Interaction. Biophysical Journal, 2003, 84, 3147-3154. 0.2 77

1248 Molecular Dynamics Simulations on the First Two Helices of Vpu from HIV-1. Biophysical Journal, 2003,
84, 3276-3284. 0.2 26

1249 Molecular Simulation Study of Phospholipid Bilayers and Insights of the Interactions with
Disaccharides. Biophysical Journal, 2003, 85, 2830-2844. 0.2 200

1250 Molecular Simulation Study on the Influence of Dimethylsulfoxide on the Structure of Phospholipid
Bilayers. Biophysical Journal, 2003, 85, 3636-3645. 0.2 87

1251 Molecular Dynamics Studies of the Wild-Type and Double Mutant HIV-1 Integrase Complexed with the
5CITEP Inhibitor: Mechanism for Inhibition and Drug Resistance. Biophysical Journal, 2003, 84, 1450-1463. 0.2 78

1252 Molecular Basis for Microbial Adhesion to Geochemical Surfaces: Computer Simulation of
Pseudomonas aeruginosa Adhesion to Goethite. Biophysical Journal, 2003, 84, 1765-1772. 0.2 19



65

Citation Report

# Article IF Citations

1253 Gramicidin A Channel as a Test Ground for Molecular Dynamics Force Fields. Biophysical Journal,
2003, 84, 2159-2168. 0.2 105

1254 Water Adsorption in Carbon-Slit Nanopores. Langmuir, 2003, 19, 8583-8591. 1.6 212

1255 Structural correlations of water molecules in a concentrated alcohol solution. Journal of Physics
Condensed Matter, 2003, 15, S121-S127. 0.7 16

1256 Atypical Dependence of Electroosmotic Transport on Surface Charge in a Single-wall Carbon
Nanotube. Nano Letters, 2003, 3, 1013-1017. 4.5 95

1257 Vibrational Sum-Frequency Spectroscopy of Alkane/Water Interfaces:Â  Experiment and Theoretical
Simulation. Journal of Physical Chemistry B, 2003, 107, 237-244. 1.2 113

1258 Liquid state theories for the structure of water. Journal of Chemical Physics, 2003, 119, 13012-13016. 1.2 29

1259 A Microscopic Description of Concentrated Potassium Fluoride Aqueous Solutions by Molecular
Dynamics Simulation. Journal of Physical Chemistry B, 2003, 107, 2354-2361. 1.2 24

1260 Interfacial Tension Behaviour of Water/Hydrocarbon Liquidâ€“Liquid Interfaces: A Molecular Dynamics
Simulation. Molecular Simulation, 2003, 29, 817-827. 0.9 23

1261 Dynamical Behavior of Anionâˆ’Water and Waterâˆ’Water Hydrogen Bonds in Aqueous Electrolyte
Solutions:Â  A Molecular Dynamics Study. Journal of Physical Chemistry B, 2003, 107, 3899-3906. 1.2 168

1262 A Kirkwoodâˆ’Buff Derived Force Field for Mixtures of Urea and Water. Journal of Physical Chemistry
B, 2003, 107, 3891-3898. 1.2 227

1263 Dynamic and structural behavior of different rigid nonpolarizable models of water. Journal of
Chemical Physics, 2003, 118, 7954-7964. 1.2 49

1264 Molecular simulations of liquid-liquid interfacial properties: Waterâ€“n-alkane and
water-methanolâ€“n-alkane systems. Physical Review E, 2003, 67, 011603. 0.8 149

1265 Wave Packet Study of Ultrafast Relaxation in Ice Ih and Liquid Water. Resonant Intermolecular
Vibrational Energy Transfer. Journal of Physical Chemistry A, 2003, 107, 8420-8428. 1.1 21

1266 Cavity formation and preferential interactions in urea solutions: Dependence on urea aggregation.
Journal of Chemical Physics, 2003, 118, 5901-5910. 1.2 46

1267 Non-equilibrium momentum exchange algorithm for molecular dynamics simulation of heat flow in
multicomponent systems. Molecular Physics, 2003, 101, 2303-2307. 0.8 74

1268 Hydrogen bonding and molecular mobility in liquid water in external electromagnetic fields. Journal
of Chemical Physics, 2003, 119, 11806-11813. 1.2 115

1269 An intermolecular potential model for the simulation of ice and water near the melting point: A
six-site model of H[sub 2]O. Journal of Chemical Physics, 2003, 118, 7401. 1.2 210

1270
Solvation structure, thermodynamics, and conformational dependence of alanine dipeptide in
aqueous solution analyzed with reference interaction site model theory. Journal of Chemical Physics,
2003, 118, 279-290.

1.2 10



66

Citation Report

# Article IF Citations

1271 Ion Pairing in Confined Electrolytes. Molecular Simulation, 2003, 29, 287-290. 0.9 32

1272 Gasâ€”liquid interfaces of room temperature ionic liquids. Molecular Physics, 2003, 101, 2625-2633. 0.8 156

1273 Fugacity Coefficients of Saturated Water from Molecular Simulation. Journal of Physical Chemistry
B, 2003, 107, 12808-12813. 1.2 11

1274 Computer modeling of melting of ionized ice microcrystals. Journal of Chemical Physics, 2003, 119,
10237-10246. 1.2 12

1275 Fragmentation mechanisms of aqueous clusters charged with ions. Journal of Chemical Physics, 2003,
119, 10125-10132. 1.2 55

1276 Ab initio three-body interactions for water. I. Potential and structure of water trimer. Journal of
Chemical Physics, 2003, 118, 4386-4403. 1.2 111

1277 Solvation dynamics of coumarin 153 in dimethylsulfoxideâ€“water mixtures: Molecular dynamics
simulations. Journal of Chemical Physics, 2003, 118, 5955-5963. 1.2 41

1278 Equilibrium and electrokinetic phenomena in charged porous media from microscopic and mesoscopic
models: electro-osmosis in montmorillonite. Molecular Physics, 2003, 101, 3111-3119. 0.8 45

1279 Association in a four-coordinated, water-like fluid. Journal of Chemical Physics, 2003, 118, 2286-2300. 1.2 10

1280 Computer simulation of structural properties of dilute aqueous solutions of argon at supercritical
conditions. Journal of Chemical Physics, 2003, 118, 3646-3650. 1.2 10

1281 Applied-field molecular dynamics study of a model calcium channel selectivity filter. Journal of
Chemical Physics, 2003, 118, 4213-4220. 1.2 16

1282 Molecular dynamics study of electron gas models for liquid water. Molecular Physics, 2003, 101,
1183-1198. 0.8 12

1283 Hydrophobic effect in a lattice model of aqueous solutions. Journal of Chemical Physics, 2003, 119,
3791-3799. 1.2 14

1284 Effects of solvent model flexibility on aqueous electrolyte behavior between electrodes. Journal of
Chemical Physics, 2003, 118, 10195-10202. 1.2 13

1285 Dynamics of bound and free water in an aqueous micellar solution: Analysis of the lifetime and
vibrational frequencies of hydrogen bonds at a complex interface. Physical Review E, 2003, 67, 061502. 0.8 83

1286 Reduction of the hydrophobic attraction between charged solutes in water. Journal of Chemical
Physics, 2003, 119, 12049-12052. 1.2 34

1287 Water structure in supercritical mixtures of water and rare gases. Journal of Chemical Physics, 2003,
118, 235-241. 1.2 13

1288 The effect of ions on solidâ€“liquid phase transition in small water clusters. A molecular dynamics
simulation study. Journal of Chemical Physics, 2003, 118, 6380-6386. 1.2 26



67

Citation Report

# Article IF Citations

1289 Optical spectroscopy of simple aqueous solutions under extreme conditions. Journal of Chemical
Physics, 2003, 118, 11066-11072. 1.2 4

1290 Ion concentrations and velocity profiles in nanochannel electroosmotic flows. Journal of Chemical
Physics, 2003, 118, 4692-4701. 1.2 310

1291 Theory of solutions in the energy representation. III. Treatment of the molecular flexibility. Journal of
Chemical Physics, 2003, 119, 9686-9702. 1.2 120

1292 Water adsorption on hydrophilic mesoporous and plane silica substrates: A grand canonical Monte
Carlo simulation study. Journal of Chemical Physics, 2003, 118, 5613-5622. 1.2 97

1293 Ab initiopair potential and phase equilibria predictions for hydrogen chloride. Journal of Chemical
Physics, 2003, 118, 4086-4093. 1.2 23

1294 Transport properties of dimethyl sulfoxide aqueous solutions. Journal of Chemical Physics, 2003, 119,
4782-4789. 1.2 59

1295 Adsorption of apolar molecules at the water liquidâ€“vapor interface: A Monte Carlo simulations
study of the water-n-octane system. Journal of Chemical Physics, 2003, 119, 1731-1740. 1.2 26

1296 Polarizability anisotropy relaxation in pure and aqueous dimethylsulfoxide. Journal of Chemical
Physics, 2003, 119, 2181-2187. 1.2 38

1297 Molecular Dynamics Simulations of the Goethite-water Interface. Molecular Simulation, 2003, 29, 1-11. 0.9 15

1298 Effective three-body potentials for Li+(aq) and Mg2+(aq). Journal of Chemical Physics, 2003, 119,
7263-7281. 1.2 43

1299 Generalized mean spherical approximation for a model of water with dipole, quadrupole, and
short-range potential of tetrahedral symmetry. Journal of Chemical Physics, 2003, 119, 5198-5215. 1.2 11

1300 Molecular dynamics simulations of Hg2+ in aqueous solution includingN-body effects. Journal of
Chemical Physics, 2003, 118, 5065-5070. 1.2 32

1301 A comparative study of the hydration of Na+ and K+ with refined polarizable model potentials. Journal
of Chemical Physics, 2003, 118, 7062-7073. 1.2 151

1302 Quasiequilibrium unfolding thermodynamics of a small protein studied by molecular dynamics
simulation with an explicit water model. Physical Review E, 2003, 67, 061903. 0.8 11

1303 Solvent-Induced Symmetry Breaking. Physical Review Letters, 2003, 90, 185505. 2.9 38

1304 Partial molar volume and compressibility of a molecule with internal degrees of freedom. Journal of
Chemical Physics, 2003, 119, 5623-5631. 1.2 16

1305 Dielectric constant and proton order and disorder in ice Ih: Monte Carlo computer simulations.
Journal of Chemical Physics, 2003, 118, 9291-9296. 1.2 71

1306 Ab initio three-body interactions for water. II. Effects on structure and energetics of liquid. Journal
of Chemical Physics, 2003, 118, 4404-4413. 1.2 67



68

Citation Report

# Article IF Citations

1307 Wavelet treatment of radial distribution functions of solutes. Physical Review E, 2003, 68, 027702. 0.8 16

1308 Connection between Adam-Gibbs Theory and Spatially Heterogeneous Dynamics. Physical Review
Letters, 2003, 90, 085506. 2.9 120

1309 Potential-Energy Landscape Study of the Amorphous-Amorphous Transformation inH2O. Physical
Review Letters, 2003, 91, 115504. 2.9 47

1310 Ab initiostudies of quasi-one-dimensional pentagon and hexagon ice nanotubes. Journal of Chemical
Physics, 2003, 118, 3913-3916. 1.2 55

1311 Energy landscape picture of supercooled liquids: Application of a generalized random energy model.
Journal of Chemical Physics, 2003, 118, 10651-10662. 1.2 13

1312 Density functional theory based molecular-dynamics study of aqueous chloride solvation. Journal of
Chemical Physics, 2003, 119, 11788-11791. 1.2 121

1313 Aqueous Na+Clâˆ’ pair association from liquidlike to steamlike densities along near-critical isotherms.
Journal of Chemical Physics, 2003, 118, 7921-7929. 1.2 43

1314 Solvation in molecular ionic liquids. Journal of Chemical Physics, 2003, 119, 6411-6414. 1.2 156

1315 Translational diffusion of hydrophobic solutes in supercritical water studied by molecular dynamics
simulations. Journal of Chemical Physics, 2003, 119, 7328-7334. 1.2 29

1316 Computer simulation of the hydrophobic hydration of convex surfaces of large radius. Molecular
Physics, 2003, 101, 3121-3128. 0.8 8

1317 Compressibility oftert-Butyl Alcohol-Water Mixtures: The Rism Theory. Journal of Theoretical and
Computational Chemistry, 2003, 02, 193-203. 1.8 37

1318 Microstructure of Water At the Level of Three-particle Correlation Functions As Predicted by
Classical Intermolecular Models. Molecular Simulation, 2003, 29, 13-21. 0.9 10

1319 Molecular simulation of aqueous electrolytes in model silica nanochannels. Molecular Physics, 2003,
101, 1089-1094. 0.8 23

1321 Molecular dynamics computation of the work of ion solvation: comparison of two models of water.
Molecular Physics, 2003, 101, 1495-1500. 0.8 4

1322 Molecular Dynamics Simulation of the Liquidâ€“liquid Interface for Immiscible and Partially Miscible
Mixtures. Molecular Simulation, 2003, 29, 777-785. 0.9 24

1323 Hydration and Association of Alkaline Earth Metal Chloride Aqueous Solution under Supercritical
Condition. Molecular Simulation, 2003, 29, 767-772. 0.9 20

1324 8-Oxoguanine Enhances Bending of DNA that Favors Binding to Glycosylases. Journal of the American
Chemical Society, 2003, 125, 6331-6336. 6.6 36

1325 Permeation of nanopores by water: the effects of channel polarization. Journal of Physics Condensed
Matter, 2003, 15, S297-S302. 0.7 8



69

Citation Report

# Article IF Citations

1326 Molecular Dynamics Simulation of Limiting Conductance for Li + Ion in Supercritical Water using
Polarizable Models. Molecular Simulation, 2003, 29, 211-221. 0.9 8

1327 The 3-Attractor Water Model: Monte-Carlo Simulations with a New, Effective 2-Body Potential (BMW).
Molecules, 2003, 8, 226-242. 1.7 8

1328 A Reexamination of Mean Force Potentials for the Methane Pair and the Constituent Ion Pairs of NaCl
in Water.. Journal of Chemical Engineering of Japan, 2003, 36, 57-65. 0.3 29

1329 A Reexamination of Mean Force Potentials for the Constituent Ion Pairs of Tetramethylammonium
Chloride in Water. Journal of Chemical Engineering of Japan, 2004, 37, 1345-1356. 0.3 11

1330 Counter-Ion Effects and Interfacial Properties of Aqueous Tetrabutylammonium Halide Solutions.
Australian Journal of Chemistry, 2004, 57, 1211. 0.5 9

1331 Neutron scattering and molecular dynamics simulation: a conjugate approach to investigate the
dynamics of electron transfer proteins. Journal of Physics Condensed Matter, 2004, 16, R83-R110. 0.7 13

1332 The hydrogen bonding structure of water in the vicinity of apolar interfaces: a computer simulation
study. Journal of Physics Condensed Matter, 2004, 16, S5389-S5402. 0.7 22

1333 Adsorption of 1-octanol at the free water surface as studied by Monte Carlo simulation. Journal of
Chemical Physics, 2004, 120, 11839-11851. 1.2 30

1334 Cooling rate, heating rate, and aging effects in glassy water. Physical Review E, 2004, 69, 050201. 0.8 23

1335 Combined electronic structure/molecular dynamics approach for ultrafast infrared spectroscopy of
dilute HOD in liquid H2O and D2O. Journal of Chemical Physics, 2004, 120, 8107-8117. 1.2 330

1336 Anomalous Dielectric Behavior of Water in Ionic Newton Black Films. Physical Review Letters, 2004,
92, 236102. 2.9 72

1337 Instantaneous normal mode analysis of orientational motions in liquid water: Local structural
effects. Journal of Chemical Physics, 2004, 121, 3605-3612. 1.2 23

1338
Heat capacity effects associated with the hydrophobic hydration and interaction of simple solutes: A
detailed structural and energetical analysis based on molecular dynamics simulations. Journal of
Chemical Physics, 2004, 120, 10605-10617.

1.2 71

1339 A computer simulation study of water drying at the interface of protein chains. Journal of Chemical
Physics, 2004, 121, 1969-1977. 1.2 10

1340 Mode-coupling study on the dynamics of hydrophobic hydration. Journal of Chemical Physics, 2004,
120, 7590-7601. 1.2 26

1341 Anomalous dielectric relaxation of water molecules at the surface of an aqueous micelle. Journal of
Chemical Physics, 2004, 120, 1912-1920. 1.2 28

1342 Dynamics of water probed with vibrational echo correlation spectroscopy. Journal of Chemical
Physics, 2004, 121, 12431. 1.2 337

1343 Network equilibration and first-principles liquid water. Journal of Chemical Physics, 2004, 121, 11136. 1.2 155



70

Citation Report

# Article IF Citations

1344 Three-dimensional Rism Theory for Molecular Liquids and Solid-Liquid Interfaces. , 2004, , 169-275. 39

1345 Molecular Dynamics Simulation of OH-in Water. Molecular Simulation, 2004, 30, 537-542. 0.9 18

1346 Density and temperature effects on the orientational and dielectric properties of supercritical water.
Physical Review E, 2004, 69, 011502. 0.8 55

1347 Correlations among Hydrogen Bonds in Liquid Water. Physical Review Letters, 2004, 93, 087801. 2.9 65

1348 Classical density functional theory of orientational order at interfaces: Application to water.
Journal of Chemical Physics, 2004, 120, 926-938. 1.2 18

1349 Molecular Dynamics Simulation Studies of the Limiting Conductances of CaCl2using Extended Simple
Point Charge and Revised Polarizable Models. Molecular Simulation, 2004, 30, 669-678. 0.9 11

1350 Sticking of CO to crystalline and amorphous ice surfaces. Journal of Chemical Physics, 2004, 120,
3358-3367. 1.2 33

1351 Temperature dependence of the hydrophobic hydration and interaction of simple solutes: An
examination of five popular water models. Journal of Chemical Physics, 2004, 120, 6674-6690. 1.2 259

1352 Melting points and thermal expansivities of proton-disordered hexagonal ice with several model
potentials. Journal of Chemical Physics, 2004, 121, 7926. 1.2 68

1353 Optimal laser control of ultrafast photodissociation of I[sub 2][sup âˆ’] in water: Mixed
quantum/classical molecular dynamics simulation. Journal of Chemical Physics, 2004, 121, 2685. 1.2 5

1354 Local order and dynamics in supercooled water: A study by IR spectroscopy and molecular dynamic
simulations. Journal of Chemical Physics, 2004, 121, 6941-6947. 1.2 31

1355 Acetone hydration in supercritical water: 13C-NMR spectroscopy and Monte Carlo simulation. Journal
of Chemical Physics, 2004, 120, 6100-6110. 1.2 24

1356 On the structural and transport properties of the soft sticky dipole and related single-point water
models. Journal of Chemical Physics, 2004, 120, 9175-9184. 1.2 21

1357 Ions in water: The microscopic structure of a concentrated HCl solution. Journal of Chemical
Physics, 2004, 121, 7840. 1.2 121

1358 Charge-on-spring polarizable water models revisited: From water clusters to liquid water to ice.
Journal of Chemical Physics, 2004, 121, 9549-9564. 1.2 191

1359 A Kirkwood-Buff derived force field for the simulation of aqueous guanidinium chloride solutions.
Journal of Chemical Physics, 2004, 121, 2180-2186. 1.2 78

1360 Optical pumpâ€“terahertz probe spectroscopy of dyes in solutions: Probing the dynamics of liquid
solvent or solid precipitate?. Journal of Chemical Physics, 2004, 120, 912-917. 1.2 9

1361 The effective fragment potential: Small clusters and radial distribution functions. Journal of
Chemical Physics, 2004, 121, 2711. 1.2 47



71

Citation Report

# Article IF Citations

1362 Spinodal and ideal glass limits for metastable liquids. Journal of Chemical Physics, 2004, 120,
10182-10187. 1.2 7

1363 Elucidating the role of many-body forces in liquid water. I. Simulations of water clusters on the
VRT(ASP-W) potential surfaces. Journal of Chemical Physics, 2004, 120, 4777-4789. 1.2 55

1364 Effect of the Berendsen thermostat on the dynamical properties of water. Molecular Physics, 2004,
102, 681-685. 0.8 40

1365 From realistic to simple models of associating fluids. II. Primitive models of ammonia, ethanol and
models of water revisited. Molecular Physics, 2004, 102, 485-497. 0.8 32

1366 14-3-3Î¶ C-terminal Stretch Changes Its Conformation upon Ligand Binding and Phosphorylation at
Thr232. Journal of Biological Chemistry, 2004, 279, 4531-4540. 1.6 79

1367 From The Cover: Hydration and mobility of HO-(aq). Proceedings of the National Academy of Sciences
of the United States of America, 2004, 101, 7229-7233. 3.3 145

1368 Structure and Dynamics of Propylene Oxide and Trimethylene Oxide Clathrate Hydrates. Materials
Research Society Symposia Proceedings, 2004, 840, Q2.1.1. 0.1 0

1369 Quantum-Mechanical Continuum Solvation Study of the Polarizability of Halides at the Water/Air
Interface. Journal of Physical Chemistry B, 2004, 108, 13796-13806. 1.2 37

1370 Molecular Simulation of Phase Equilibria for Industrial Applications. Computer Aided Chemical
Engineering, 2004, , 279-307. 0.3 4

1371 Molecular Dynamics Simulations of Î²-turn Forming Tetra- and Hexapeptides. Journal of Biomolecular
Structure and Dynamics, 2004, 21, 761-770. 2.0 7

1372 3D Visualization of Molecular Simulations in High-performance Parallel Computing Environments.
Molecular Simulation, 2004, 30, 469-477. 0.9 1

1373 Ion Solubility in Ice: Calculation of Potentially Favorable Positions of CIâˆ’and Na+Ions in the SPC/E
Model of Ice 1â€‰h*. Molecular Simulation, 2004, 30, 827-830. 0.9 9

1374 Cluster Structure in Helix-promoting Hexafluoro-iso-propanol-Water Mixtures. Journal of Neutron
Research, 2004, 12, 305-309. 0.4 6

1375 Molecular Dynamics Simulation Studies of the Limiting Conductances of MgCl2and CaCl2in
Supercritical Water Using SPC/E Model for Water. Molecular Simulation, 2004, 30, 37-44. 0.9 13

1376 Anion Binding to Nucleic Acids. Structure, 2004, 12, 379-388. 1.6 124

1377 A modified TIP3P water potential for simulation with Ewald summation. Journal of Chemical Physics,
2004, 121, 10096-10103. 1.2 1,063

1378 Understanding the determinants of stability and folding of small globular proteins from their
energetics. Protein Science, 2004, 13, 113-124. 3.1 78

1379 Can Water Clusters Ionize HCl under the Conditions of Arctic Stratosphere? 1. Intermolecular
Interactions. Colloid Journal, 2004, 66, 216-229. 0.5 19



72

Citation Report

# Article IF Citations

1380 Structure of ionic liquids of 1-alkyl-3-methylimidazolium cations: A systematic computer simulation
study. Journal of Chemical Physics, 2004, 120, 1855-1863. 1.2 535

1381 Molecular Models of Hydroxide, Oxyhydroxide, and Clay Phases and the Development of a General
Force Field. Journal of Physical Chemistry B, 2004, 108, 1255-1266. 1.2 2,281

1382 Molecular dynamics simulation of the hydration of transition metal ions: the role of non-additive
effects in the hydration shells of Fe2+ and Fe3+ ions. Chemical Physics Letters, 2004, 385, 491-497. 1.2 26

1383 Molecular dynamics simulation of solution structure and dynamics of aqueous sodium chloride
solutions from dilute to supersaturated concentration. Fluid Phase Equilibria, 2004, 219, 49-54. 1.4 60

1384 PVT behaviour of fluids with potential models optimised for phase equilibria. Fluid Phase Equilibria,
2004, 224, 199-212. 1.4 1

1385 Finely discretized lattice simulations of SPC/E water. Fluid Phase Equilibria, 2004, 222-223, 225-230. 1.4 2

1386 Molecular simulations of hydration and swelling in clay minerals. Fluid Phase Equilibria, 2004,
222-223, 189-194. 1.4 42

1387 Hydrogen bonding contribution to the water pair interaction potential: Effects on the model liquid
structure. Journal of Structural Chemistry, 2004, 45, 643-647. 0.3 1

1388 Î²-Hairpin conformation of fibrillogenic peptides: Structure and Î±-Î² transition mechanism revealed by
molecular dynamics simulations. Proteins: Structure, Function and Bioinformatics, 2004, 57, 198-204. 1.5 85

1389 Study of the Villin headpiece folding dynamics by combining coarse-grained Monte Carlo evolution
and all-atom molecular dynamics. Proteins: Structure, Function and Bioinformatics, 2004, 58, 459-471. 1.5 55

1390 Trehalose-protein interaction in aqueous solution. Proteins: Structure, Function and Bioinformatics,
2004, 55, 177-186. 1.5 204

1391 Simulation of liquid water using a high-rank quantum topological electrostatic potential.
International Journal of Quantum Chemistry, 2004, 99, 685-694. 1.0 60

1392 Temperature and pressure effects on conformational equilibria of alanine dipeptide in aqueous
solution. Biopolymers, 2004, 73, 283-290. 1.2 49

1393 The Jahn-Teller Effect of the TiIII Ion in Aqueous Solution: Extended Ab Initio QM/MM Molecular
Dynamics Simulations. ChemPhysChem, 2004, 5, 1499-1506. 1.0 30

1394
Systematic comparison of force fields for microscopic simulations of NaCl in aqueous solutions:
Diffusion, free energy of hydration, and structural properties. Journal of Computational Chemistry,
2004, 25, 678-689.

1.5 199

1395 A semi-implicit solvent model for the simulation of peptides and proteins. Journal of Computational
Chemistry, 2004, 25, 1015-1029. 1.5 22

1396 Wavelet algorithm for solving integral equations of molecular liquids. A test for the reference
interaction site model. Journal of Computational Chemistry, 2004, 25, 1369-1377. 1.5 45

1397 Empirical force fields for biological macromolecules: Overview and issues. Journal of Computational
Chemistry, 2004, 25, 1584-1604. 1.5 1,134



73

Citation Report

# Article IF Citations

1398 A biomolecular force field based on the free enthalpy of hydration and solvation: The GROMOS
force-field parameter sets 53A5 and 53A6. Journal of Computational Chemistry, 2004, 25, 1656-1676. 1.5 3,309

1399 Fast fragments: The development of a parallel effective fragment potential method. Journal of
Computational Chemistry, 2004, 25, 1926-1936. 1.5 11

1400 Multiphase water flow inside carbon nanotubes. International Journal of Multiphase Flow, 2004, 30,
995-1010. 1.6 119

1401 Alkali metal halide solutions in 1,4-dioxaneâ€“water mixtures. A Monte Carlo simulation study. Journal
of Molecular Liquids, 2004, 109, 115-124. 2.3 30

1402 The study of hydrophobicity in waterâ€“methanol and waterâ€“tert-butanol mixtures. Journal of
Molecular Liquids, 2004, 110, 193-199. 2.3 29

1403 Laser spectroscopic visualization of hydrogen bond motions in liquid water. Journal of Molecular
Structure, 2004, 708, 197-203. 1.8 18

1404 Dynamic anomalies of fluids with isotropic doubled-ranged potential. Physica A: Statistical Mechanics
and Its Applications, 2004, 342, 48-53. 1.2 27

1405 Density, local composition and diffusivity of aqueous choline chloride solutions: a molecular
dynamics study. Fluid Phase Equilibria, 2004, 217, 97-104. 1.4 30

1406 Analysis of Henryâ€™s constant for carbon dioxide in water via Monte Carlo simulation. Fluid Phase
Equilibria, 2004, 226, 161-172. 1.4 23

1407 Simulation of phase states for water in nanoscale systems by molecular dynamics method.
International Journal of Heat and Mass Transfer, 2004, 47, 5011-5020. 2.5 3

1408 Confined water/oil interface. Molecular dynamics study. Computational and Theoretical Chemistry,
2004, 672, 221-229. 1.5 2

1409
Solvation properties of a polarizable water model in a NaCl solution: Monte Carlo
isothermalâ€“isobaric ensamble simulations. Computational and Theoretical Chemistry, 2004, 677,
227-236.

1.5 15

1410 Molecular dynamics simulation on the complexes of N-terminal region of HIV-1 gp41 and its C-peptide
inhibitors. Computational and Theoretical Chemistry, 2004, 682, 9-15. 1.5 11

1411 Confined ions and water in nanotube. Computational and Theoretical Chemistry, 2004, 709, 163-166. 1.5 12

1412
Modeling the Î±-helix to Î²-hairpin transition mechanism and the formation of oligomeric aggregates of
the fibrillogenic peptide A(12â€“28): insights from all-atom molecular dynamics simulations. Journal of
Molecular Graphics and Modelling, 2004, 23, 263-273.

1.3 26

1413 Solubility of oxygen, carbon dioxide and water in semifluorinated alkanes and in
perfluorooctylbromide by molecular simulation. Journal of Fluorine Chemistry, 2004, 125, 409-413. 0.9 31

1414 A clear observation of crystal growth of ice from water in a molecular dynamics simulation with a
six-site potential model of H2O. Journal of Crystal Growth, 2004, 266, 297-302. 0.7 56

1415 Properties of water/apolar interfaces as seen from Monte Carlo simulations. Journal of Molecular
Liquids, 2004, 109, 99-108. 2.3 37



74

Citation Report

# Article IF Citations

1416 Density and local order dependence of the dynamical features of water pentamers: an instantaneous
normal mode investigation. Journal of Molecular Liquids, 2004, 110, 141-146. 2.3 2

1417 Mode-coupling analysis of the translational and rotational diffusion of polar liquids; acetonitrile
and water. Journal of Molecular Liquids, 2004, 112, 117-124. 2.3 13

1418 The effect of salt concentration on the structure of water in CaCl2 aqueous solutions. Journal of
Molecular Liquids, 2004, 112, 99-105. 2.3 22

1419 Charge separation at the ice/water interface: a molecular dynamics simulation study of solute ions at
the ice basal plane. Journal of Molecular Liquids, 2004, 112, 47-50. 2.3 16

1420 On the hydrogen bond structure of water at different densities. Physica A: Statistical Mechanics and
Its Applications, 2004, 342, 34-39. 1.2 21

1421 Structural effects of small molecules on phospholipid bilayers investigated by molecular
simulations. Fluid Phase Equilibria, 2004, 225, 63-68. 1.4 39

1422 Lithium chloride ionic association in dilute aqueous solution: a constrained molecular dynamics
study. Chemical Physics, 2004, 297, 221-233. 0.9 50

1423 Derivation and evaluation of a flexible SPC model for liquid water. Chemical Physics, 2004, 303,
327-334. 0.9 30

1424 Structure and dynamics of Co2+ in liquid ammonia: ab initio QM/MM molecular dynamics simulation.
Chemical Physics, 2004, 305, 135-140. 0.9 7

1425 Investigation of the local structure variance of water molecules in laser-induced thermal desorption
process. Applied Surface Science, 2004, 230, 179-190. 3.1 2

1426 Na/Cs montmorillonite: temperature activation of diffusion by simulation. Current Opinion in Colloid
and Interface Science, 2004, 9, 124-127. 3.4 37

1427 Molecular simulation of the surface tension of simple aqueous electrolytes and the Gibbs adsorption
equation. Current Opinion in Colloid and Interface Science, 2004, 9, 145-148. 3.4 34

1428 Hydrogen bond dynamics at vapourâ€“water and metalâ€“water interfaces. Chemical Physics Letters, 2004,
386, 218-224. 1.2 99

1429 Water dynamics: dependence on local structure probed with vibrational echo correlation
spectroscopy. Chemical Physics Letters, 2004, 386, 295-300. 1.2 131

1430 Ag(I) ion in liquid ammonia. Chemical Physics Letters, 2004, 388, 395-399. 1.2 17

1431 Accommodation coefficients for water vapor at the air/water interface. Chemical Physics Letters,
2004, 393, 249-255. 1.2 58

1432 Solvation thermodynamics of protein studied by the 3D-RISM theory. Chemical Physics Letters, 2004,
395, 1-6. 1.2 95

1433 Water: cavity size distribution and hydrogen bonds. Chemical Physics Letters, 2004, 396, 226-231. 1.2 70



75

Citation Report

# Article IF Citations

1434 Binding of hydrogen bonding solutes at liquidâ€“vapour interfaces of molecular fluids. Chemical
Physics Letters, 2004, 400, 515-519. 1.2 19

1435 Modelling of water adsorption by activated carbons: effects of microporous structure and oxygen
content. Carbon, 2004, 42, 1947-1952. 5.4 52

1436 Molecular dynamics simulation of a decasaccharide fragment of heparin in aqueous solution.
Carbohydrate Research, 2004, 339, 281-290. 1.1 70

1437
Toward the understanding of the structure and dynamics of proteinâ€“carbohydrate interactions:
molecular dynamics studies of the complexes between hevein and oligosaccharidic ligands.
Carbohydrate Research, 2004, 339, 985-994.

1.1 25

1438 Dynamic Heterogeneities in Supercooled Water. Journal of Physical Chemistry B, 2004, 108, 6655-6662. 1.2 59

1439 Inner shell definition and absolute hydration free energy of K+(aq) on the basis of quasi-chemical
theory and ab initio molecular dynamics. Physical Chemistry Chemical Physics, 2004, 6, 1966-1969. 1.3 88

1440 Full description of the orientational statistics of molecules near to interfaces. Water at the
interface with CCl4. Physical Chemistry Chemical Physics, 2004, 6, 1874-1879. 1.3 112

1441
Combination of the Replica-Exchange Monte Carlo Method and the Reference Interaction Site Model
Theory for Simulating a Peptide Molecule in Aqueous Solution. Journal of Physical Chemistry B, 2004,
108, 19002-19012.

1.2 30

1442 Numerical Analysis of Nonionic Surfactant Monolayers at Water/Air Interfaces. Journal of Physical
Chemistry B, 2004, 108, 13353-13363. 1.2 10

1443 Waterâ€“carbon interactions III: The influence of surface and fluid impurities. Physical Chemistry
Chemical Physics, 2004, 6, 1988-1995. 1.3 28

1444 Spectral diffusion in a fluctuating charge model of water. Journal of Chemical Physics, 2004, 121,
8897-8900. 1.2 90

1445 Angular resolution and range of dipoleâ€“dipole correlations in water. Journal of Chemical Physics,
2004, 120, 4393-4403. 1.2 35

1446 Electric field-controlled water permeation coupled to ion transport through a nanopore. Journal of
Chemical Physics, 2004, 120, 5001-5004. 1.2 138

1447 Many-body potentials for aqueous Li+, Na+, Mg2+, and Al3+: Comparison of effective three-body
potentials and polarizable models. Journal of Chemical Physics, 2004, 120, 4829-4843. 1.2 89

1448
High-level ab initio calculations for the four low-lying families of minima of (H[sub 2]O)[sub 20]. I.
Estimates of MP2/CBS binding energies and comparison with empirical potentials. Journal of Chemical
Physics, 2004, 121, 2655.

1.2 190

1449 Mayer Sampling: Calculation of Cluster Integrals using Free-Energy Perturbation Methods. Physical
Review Letters, 2004, 92, 220601. 2.9 156

1450 Multiple Time-Scale Behavior of the Hydrogen-Bond Network in Waterâ€ . Journal of Physical Chemistry
B, 2004, 108, 19607-19613. 1.2 24

1451 Structural and Dynamic Properties of the CAGQW Peptide in Water:â€‰ A Molecular Dynamics Simulation
Study Using Different Force Fields. Journal of Physical Chemistry B, 2004, 108, 18734-18742. 1.2 16



76

Citation Report

# Article IF Citations

1452 Structure and Dynamics of Au+Ion in Aqueous Solution: Ab Initio QM/MM MD Simulations. Journal of
the American Chemical Society, 2004, 126, 2582-2587. 6.6 37

1453 Surface Structure of a Complex Inorganic Crystal in Aqueous Solution from Classical Molecular
Simulation. Journal of Physical Chemistry B, 2004, 108, 12537-12546. 1.2 8

1454 Temperature and Pressure Dependence of the AMOEBA Water Model. Journal of Physical Chemistry B,
2004, 108, 13427-13437. 1.2 191

1455 Studies of a primitive model of mixtures of nonpolar molecules with water. Molecular Physics, 2004,
102, 2071-2079. 0.8 2

1456 Gibbs Ensemble Simulations of Vapor/Liquid Equilibrium Using the Flexible RWK2 Water Potential.
Journal of Physical Chemistry B, 2004, 108, 20303-20309. 1.2 17

1457 Mass Accommodation Coefficient of Water:Â  Molecular Dynamics Simulation and Revised Analysis of
Droplet Train/Flow Reactor Experiment. Journal of Physical Chemistry B, 2004, 108, 9111-9120. 1.2 79

1458 Structure, Selectivity, and Solvation of a Model Chiral Stationary Phase. Journal of Physical
Chemistry B, 2004, 108, 3512-3522. 1.2 14

1459 Molecular Dynamics Studies on the Condensation Coefficient of Water. Journal of Physical Chemistry
B, 2004, 108, 1736-1743. 1.2 100

1460 Atomistically Modeling the Chemical Potential of Small Molecules in Dense Systems. Journal of
Physical Chemistry B, 2004, 108, 2413-2417. 1.2 22

1461 Solvent-Mediated Folding of a Doubly Charged Anion. Journal of the American Chemical Society, 2004,
126, 876-883. 6.6 41

1462 On Static and Dynamic Heterogeneities in Waterâ€ . Journal of Physical Chemistry B, 2004, 108,
19663-19669. 1.2 19

1463 Mechanism of the Hydrogen/Platinum(111) Fuel Cellâ€ . Journal of Physical Chemistry B, 2004, 108,
19670-19680. 1.2 9

1464 Bulk versus Interfacial Aqueous Solvation of Dicarboxylate Dianions. Journal of the American
Chemical Society, 2004, 126, 11691-11698. 6.6 59

1465 Vaporâˆ’Liquid Equilibria in Five-Site (TIP5P) Models of Water. Journal of Physical Chemistry B, 2004, 108,
7412-7414. 1.2 35

1466 Mobility Enhancement in Amorphous Polyamide 6,6 Induced by Water Sorption:â€‰ A Molecular Dynamics
Simulation Study. Journal of Physical Chemistry B, 2004, 108, 18779-18788. 1.2 32

1467 Molecular Dynamics Simulations of Surface Tensions of Aqueous Electrolytic Solutions. Journal of
Physical Chemistry B, 2004, 108, 9077-9084. 1.2 55

1468 Simultaneous Transport of Water and Organic Molecules through Polyelectrolyte Membranes.
Journal of Physical Chemistry B, 2004, 108, 8900-8909. 1.2 67

1469
Atom-Bond Electronegativity Equalization Method Fused into Molecular Mechanics. II. A Seven-Site
Fluctuating Charge and Flexible Body Water Potential Function for Liquid Water. Journal of Physical
Chemistry A, 2004, 108, 7563-7576.

1.1 80



77

Citation Report

# Article IF Citations

1470 Structural and Transport Properties of an SPC/E Electrolyte in a Nanopore. Journal of Physical
Chemistry B, 2004, 108, 18204-18213. 1.2 45

1471 Phase Diagram of Water from Computer Simulation. Physical Review Letters, 2004, 92, 255701. 2.9 264

1472 Importance of Excluded Volume on the Solvation of Urea in Water. Journal of Physical Chemistry B,
2004, 108, 6826-6831. 1.2 55

1473 Interface between End-Functionalized PEO Oligomers and a Silica Nanoparticle Studied by Molecular
Dynamics Simulations. Macromolecules, 2004, 37, 4695-4710. 2.2 111

1474
Combined ab Initio Quantum Mechanics and Classical Molecular Dynamics Studies of Polyphosphazene
Polymer Electrolytes:Â  Competitive Solvation of Li+and LiCF3SO3. Journal of Physical Chemistry B, 2004,
108, 15694-15702.

1.2 49

1475 Solvation Dynamics at the Water/Zirconia Interface:Â  Molecular Dynamics Simulationsâ€ . Journal of
Physical Chemistry B, 2004, 108, 19687-19697. 1.2 27

1476 Alterations in Water Structure Induced by Guanidinium and Sodium Ionsâ€ . Journal of Physical
Chemistry B, 2004, 108, 19711-19716. 1.2 42

1477 Atomistic Simulation of the Water Influence on the Local Structure of Polyamide 6,6.
Macromolecules, 2004, 37, 8072-8081. 2.2 75

1478 Molecular Dynamics Simulation Study of Ethylene Glycol, Ethylenediamine, and 2-Aminoethanol. 2.
Structure in Aqueous Solutions. Journal of Physical Chemistry A, 2004, 108, 7165-7178. 1.1 69

1479 Ab Initio Molecular Dynamics Study of Formate Ion Hydration. Journal of the American Chemical
Society, 2004, 126, 344-351. 6.6 73

1480 Electric Double Layer at the Rutile (110) Surface. 2. Adsorption of Ions from Molecular Dynamics and
X-ray Experiments. Journal of Physical Chemistry B, 2004, 108, 12061-12072. 1.2 127

1481 Computer Simulation Studies of Water States in Perfluoro Polyether Reverse Micelles:Â  Effects of
Changing the Counterionâ€ . Journal of Physical Chemistry A, 2004, 108, 9768-9776. 1.1 49

1482 Hydrodynamic properties of carbon nanotubes. Physical Review E, 2004, 69, 062201. 0.8 73

1483 The effect of salt concentration on the structure of water in CaCl2 aqueous solutions. Journal of
Molecular Liquids, 2004, 112, 99-99. 2.3 1

1484
Hydrogen Bonding Structure and Dynamics of Water at the Dimyristoylphosphatidylcholine Lipid
Bilayer Surface from a Molecular Dynamics Simulation. Journal of Physical Chemistry B, 2004, 108,
6603-6610.

1.2 157

1485 An Effective Force Field for Molecular Dynamics Simulations of Dimethyl Sulfoxide and Dimethyl
Sulfoxideâˆ’Water Mixtures. Journal of Physical Chemistry B, 2004, 108, 1436-1445. 1.2 97

1486 Temperature Dependence of Water Vibrational Spectrum:Â  A Molecular Dynamics Simulation Study.
Journal of Physical Chemistry A, 2004, 108, 11056-11062. 1.1 147

1487
An application of flexible constraints in Monte Carlo simulations of the isobaricâ€“isothermal
ensemble of liquid water and ice Ih with the polarizable and flexible mobile charge densities in
harmonic oscillators model. Journal of Chemical Physics, 2004, 120, 11133-11143.

1.2 53



78

Citation Report

# Article IF Citations

1488 Simulated water adsorption isotherms in carbon nanopores. Molecular Physics, 2004, 102, 243-251. 0.8 91

1489 Adsorption of Small Molecules in LTA Zeolites. 1. NH3, CO2, and H2O in Zeolite 4A. Journal of Physical
Chemistry B, 2004, 108, 20155-20159. 1.2 121

1490 Size dependent ion hydration, its asymmetry, and convergence to macroscopic behavior. Journal of
Chemical Physics, 2004, 120, 4457-4466. 1.2 140

1491 Lifetimes of cagelike water clusters immersed in bulk liquid water: A molecular dynamics study on gas
hydrate nucleation mechanisms. Journal of Chemical Physics, 2004, 121, 1542-1547. 1.2 60

1492 Methanol-water solutions: A bi-percolating liquid mixture. Journal of Chemical Physics, 2004, 121,
6456-6462. 1.2 279

1493
Adsorption of Atmospherically Relevant Gases at the Air/Water Interface:â€‰ Free Energy Profiles of
Aqueous Solvation of N2, O2, O3, OH, H2O, HO2, and H2O2. Journal of Physical Chemistry A, 2004, 108,
11573-11579.

1.1 195

1494 Theory of Molecular Liquids. , 2004, , 1-60. 14

1495 Molecular Dynamics Simulation of Fe2+(aq) and Fe3+(aq). Journal of Physical Chemistry B, 2004, 108,
496-502. 1.2 41

1496 Development of a Quantum Mechanics-Based Free-Energy Perturbation Method:Â  Use in the Calculation
of Relative Solvation Free Energies. Journal of the American Chemical Society, 2004, 126, 6224-6225. 6.6 27

1497 Water motion in reverse micelles studied by quasielastic neutron scattering and molecular dynamics
simulations. Journal of Chemical Physics, 2004, 121, 7855. 1.2 132

1498 Simulations of a Membrane-Anchored Peptide: Structure, Dynamics, and Influence on Bilayer
Properties. Biophysical Journal, 2004, 86, 3556-3575. 0.2 66

1499 Water Movement during Ligand Unbinding from Receptor Site. Biophysical Journal, 2004, 87, 121-128. 0.2 8

1500 Transport properties in high temperature and pressure ionic solutions. , 2004, , 321-375. 8

1501 A reoptimization of the five-site water potential (TIP5P) for use with Ewald sums. Journal of Chemical
Physics, 2004, 120, 6085-6093. 1.2 360

1502 Competition of hydrophobic and Coulombic interactions between nanosized solutes. Journal of
Chemical Physics, 2004, 121, 5514-5530. 1.2 63

1503
Ultrafast vibrational spectroscopy of water and aqueous N-methylacetamide: Comparison of different
electronic structure/molecular dynamics approaches. Journal of Chemical Physics, 2004, 121,
8887-8896.

1.2 243

1504
Electric Double Layer at the Rutile (110) Surface. 1. Structure of Surfaces and Interfacial Water from
Molecular Dynamics by Use of ab Initio Potentials. Journal of Physical Chemistry B, 2004, 108,
12049-12060.

1.2 272

1505 Hydrogen Bond Dynamics in Water and Ultrafast Infrared Spectroscopy:â€‰ A Theoretical Study. Journal
of Physical Chemistry A, 2004, 108, 1275-1289. 1.1 252



79

Citation Report

# Article IF Citations

1506 Monte Carlo simulations of critical cluster sizes and nucleation rates of water. Journal of Chemical
Physics, 2004, 121, 914-924. 1.2 78

1507 Molecular Model of Dimethylmethylphosphonate and Its Interactions with Water. Journal of Physical
Chemistry A, 2004, 108, 1435-1439. 1.1 30

1508 Comparative study of trehalose, sucrose and maltose in water solutions by molecular modelling.
Europhysics Letters, 2004, 65, 41-47. 0.7 112

1509 Ions in water: The microscopic structure of concentrated NaOH solutions. Journal of Chemical
Physics, 2004, 120, 10154-10162. 1.2 141

1510 Development of an improved four-site water model for biomolecular simulations: TIP4P-Ew. Journal of
Chemical Physics, 2004, 120, 9665-9678. 1.2 1,747

1511 The Ice/Water Interface: Densityâ€“Temperature Phase Diagram for the SPC/E Model of Liquid Water.
Molecular Simulation, 2004, 30, 131-135. 0.9 51

1512 Dynamical and structural properties of benzene in supercritical water. Journal of Chemical Physics,
2004, 121, 10566-10576. 1.2 27

1513 Water Dynamics:â€‰ Vibrational Echo Correlation Spectroscopy and Comparison to Molecular Dynamics
Simulations. Journal of Physical Chemistry A, 2004, 108, 1107-1119. 1.1 436

1514 Thermodynamics of simple models of associating fluids: primitive models of ammonia, methanol,
ethanol and water. Molecular Physics, 2004, 102, 771-781. 0.8 24

1515 On the performance of molecular polarization methods. I. Water and carbon tetrachloride close to a
point charge. Journal of Chemical Physics, 2004, 121, 7362-7378. 1.2 38

1516 Symmetric K+ and Mg2+ Ion-binding Sites in the 5S rRNA Loop E Inferred from Molecular Dynamics
Simulations. Journal of Molecular Biology, 2004, 335, 555-571. 2.0 93

1517 Free energy, energy, and entropy of swelling in Csâ€“, Naâ€“, and Srâ€“montmorillonite clays. Journal of
Chemical Physics, 2004, 120, 5387-5395. 1.2 135

1518 Temperature effect in a montmorillonite clay at low hydrationâ€”microscopic simulation. Molecular
Physics, 2004, 102, 1965-1977. 0.8 52

1519 Structure of NaCl and KCl concentrated aqueous solutions byab initiomolecular dynamics.
Molecular Physics, 2004, 102, 959-966. 0.8 38

1520 Combining molecular dynamics and ab initio quantum-chemistry to describe electron transfer
reactions in electrochemical environments. Journal of Chemical Physics, 2004, 121, 1066-1073. 1.2 25

1521 Interaction of amiloride and one of its derivatives with Vpu from HIV-1: a molecular dynamics
simulation. FEBS Letters, 2004, 563, 75-81. 1.3 32

1522 Waterâ€“Carbon Interactions 2: Calibration of Potentials using Contact Angle Data for Different
Interaction Models. Molecular Simulation, 2004, 30, 205-216. 0.9 72

1523 Molecular-dynamics simulation of the effect of ions on a liquidâ€“liquid interface for a partially
miscible mixture. Journal of Chemical Physics, 2004, 120, 7681-7688. 1.2 13



80

Citation Report

# Article IF Citations

1524 Entropic Contributions in Cosolvent Binding to Hydrophobic Solutes in Water. Journal of Physical
Chemistry B, 2004, 108, 1056-1064. 1.2 78

1525 Molecular Properties Related to the Anomalous Solubility of Î²-Cyclodextrin. Journal of Physical
Chemistry B, 2004, 108, 4236-4238. 1.2 96

1526 Molecular Dynamics Simulations of Multicomponent Diffusion. 1. Equilibrium Method. Journal of
Physical Chemistry B, 2004, 108, 18353-18361. 1.2 106

1527 Computer Simulation of Ureaâˆ’Water Mixtures:â€‰ A Test of Force Field Parameters for Use in
Biomolecular Simulation. Journal of Physical Chemistry B, 2004, 108, 1065-1071. 1.2 123

1528 Detailed Hydration Maps of Benzene and Cyclohexane Reveal Distinct Water Structures. Journal of
Physical Chemistry B, 2004, 108, 13492-13500. 1.2 57

1529 Computer Simulation Studies of Newton Black Films. Langmuir, 2004, 20, 5127-5137. 1.6 55

1530 Nanoscale Hydrophobic Interaction and Nanobubble Nucleation. Physical Review Letters, 2004, 93,
185701. 2.9 93

1531 Effective force fields for condensed phase systems from ab initio molecular dynamics simulation: A
new method for force-matching. Journal of Chemical Physics, 2004, 120, 10896-10913. 1.2 383

1532 Microscopic analysis for water stressed by high electric fields in the prebreakdown regime. Journal
of Applied Physics, 2004, 96, 3617-3625. 1.1 42

1533 Hydration Dynamics Near a Model Protein Surface. Biophysical Journal, 2004, 86, 1852-1862. 0.2 168

1534 Atomic Mean-Square Displacements in Proteins by Molecular Dynamics: A Case for Analysis of
Variance. Biophysical Journal, 2004, 86, 2765-2772. 0.2 17

1535 Hydration of Molecular Anions with Oxygen Sites â€“ a Monte Carlo Study. Zeitschrift Fur
Physikalische Chemie, 2004, 218, 749-764. 1.4 13

1536 Molecular Simulation Study on Adsorption and Diffusion Behavior of Ethanol/Water Molecules in
NaA Zeolite Crystal. Journal of Chemical Engineering of Japan, 2004, 37, 67-74. 0.3 34

1537 Experimental configurational landscapes in aqueous solutions. Philosophical Transactions Series A,
Mathematical, Physical, and Engineering Sciences, 2005, 363, 469-492. 1.6 7

1538 Understanding the structural changes that take place in a polypyrrole film during its oxi-reduction
process: a molecular dynamics simulation study. , 2005, 5838, 258. 0

1539 Molecular Dynamics Simulation of the Density and Surface Tension of Water by PPPM Method. , 2005, ,
745. 1

1540
Grid-based dynamic electronic publication: a case study using combined experiment and simulation
studies of crown ethers at the air/water interface. Philosophical Transactions Series A, Mathematical,
Physical, and Engineering Sciences, 2005, 363, 2075-2095.

1.6 7

1541 Molecular Dynamics Simulations of RNA Systems. , 0, , 560-576. 8



81

Citation Report

# Article IF Citations

1542 Insights into the induced fit mechanism in antithrombinâ€“heparin interaction using molecular
dynamics simulations. Journal of Molecular Graphics and Modelling, 2005, 24, 203-212. 1.3 39

1543 Combining experiment and theory for understanding electrocatalysis. Journal of Electroanalytical
Chemistry, 2005, 574, 375-386. 1.9 46

1544
Anisotropy in growth kinetics at interfaces between proton-disordered hexagonal ice and water: A
molecular dynamics study using the six-site model of H2O. Journal of Crystal Growth, 2005, 283,
242-256.

0.7 106

1545 MD simulation of crystal growth of NaCl from its supersaturated aqueous solution. Journal of
Molecular Liquids, 2005, 118, 131-139. 2.3 19

1546 Molecular hydrodynamics for electro-osmosis in clays: from Kubo to Smoluchowski. Journal of
Molecular Liquids, 2005, 118, 145-153. 2.3 60

1547 A molecular dynamics simulation study of hydrogen bonding in aqueous ionic solutions. Journal of
Molecular Liquids, 2005, 117, 63-67. 2.3 112

1548 Fast hybrid methods for the simulation of dielectric constants of liquids. Journal of Molecular
Liquids, 2005, 117, 3-16. 2.3 8

1549 Solvation response in water: a study based on molecular dynamics simulations and quantum
mechanical calculations. Journal of Molecular Liquids, 2005, 117, 85-92. 2.3 5

1550 Pressure dependence of diffusion coefficient and orientational relaxation time for acetonitrile and
methanol in water: RISM/mode-coupling study. Journal of Molecular Liquids, 2005, 119, 7-13. 2.3 11

1551 An approach to the solvation free energy in terms of the distribution functions of the
soluteâ€“solvent interaction energy. Journal of Molecular Liquids, 2005, 119, 23-29. 2.3 7

1552 Quantum mechanical/molecular mechanical molecular dynamic simulation of zinc(II) ion in water.
Journal of Molecular Liquids, 2005, 119, 55-62. 2.3 34

1553 Molecular modeling studies of polymer electrolytes for power sources. Electrochimica Acta, 2005,
50, 3788-3795. 2.6 51

1554 Aqueous pore structure and proton dynamics in solvated Nafion membranes. Electrochimica Acta,
2005, 50, 4234-4240. 2.6 100

1555 Bicanonical Monte Carlo simulation of the structural properties of Clâˆ’(H2O)N clusters using
entropy data based model. Computational and Theoretical Chemistry, 2005, 725, 191-206. 1.5 36

1556 Hydration and diffusion of cations in nanopores. Computational and Theoretical Chemistry, 2005, 729,
53-57. 1.5 21

1557 Monte Carlo simulation of methyl chloride monolayer on the surface of graphite. Surface Science,
2005, 579, 141-156. 0.8 0

1558
Influence of homologous disaccharides on the hydrogen-bond network of water: complementary
Raman scattering experiments and molecular dynamics simulations. Carbohydrate Research, 2005, 340,
881-887.

1.1 105

1559 A dynamic perspective on the molecular recognition of chitooligosaccharide ligands by hevein
domains. Carbohydrate Research, 2005, 340, 1039-1049. 1.1 11



82

Citation Report

# Article IF Citations

1560 Molecular dynamics investigations of the polysaccharide scleroglucan: first study on the triple helix
structure. Carbohydrate Research, 2005, 340, 2154-2162. 1.1 72

1561 Structural effects of small molecules on phospholipid bilayers investigated by molecular
simulations. Fluid Phase Equilibria, 2005, 228-229, 135-140. 1.4 20

1562 Prediction of the heat of mixing for binary fluids using molecular dynamics simulation. Fluid Phase
Equilibria, 2005, 236, 78-85. 1.4 10

1563 Computer simulation of Clâˆ’ hydration in anionâ€“water clusters. Chemical Physics, 2005, 310, 97-107. 0.9 57

1564 Diffusion of water in clays â€“ microscopic simulation and neutron scattering. Chemical Physics, 2005,
317, 226-235. 0.9 79

1565 Structural investigation of waterâ€“acetonitrile mixtures: An ab initio, molecular dynamics and X-ray
diffraction study. Chemical Physics, 2005, 316, 235-244. 0.9 55

1566 Atomistic simulation of KCl transport in charged silicon nanochannels: Interfacial effects. Colloids
and Surfaces A: Physicochemical and Engineering Aspects, 2005, 267, 103-109. 2.3 91

1567 Accounting for polarization in molecular simulation. Computer Physics Communications, 2005, 172,
69-85. 3.0 209

1568 Ab initio QM/MM dynamics of anionâ€“water hydrogen bonds in aqueous solution. Chemical Physics
Letters, 2005, 403, 314-319. 1.2 31

1569 Confined Na+ and K+ ions in an aqueous solution. Chemical Physics Letters, 2005, 404, 257-262. 1.2 9

1570 Structural and dynamical properties of Bi3+ in water. Chemical Physics Letters, 2005, 406, 20-23. 1.2 16

1571 Wetting of doped carbon nanotubes by water droplets. Chemical Physics Letters, 2005, 412, 250-254. 1.2 26

1572 Decreased structure on dissolving methane in water. Chemical Physics Letters, 2005, 415, 89-93. 1.2 125

1573 Effect of hexafluoroisopropanol alcohol on the structure of melittin: A molecular dynamics
simulation study. Protein Science, 2005, 14, 2582-2589. 3.1 76

1574 A molecular dynamics investigation of dynamical heterogeneity in supercooled water. European
Physical Journal B, 2005, 43, 355-362. 0.6 9

1575 Interactions of triiodide cluster ion with solvents. European Physical Journal D, 2005, 34, 129-132. 0.6 16

1576
Molecular Simulations of Aqueous Electrolyte Solubility:â€‰ 1. The Expanded-Ensemble Osmotic
Molecular Dynamics Method for the Solution Phase. Journal of Physical Chemistry B, 2005, 109,
12956-12965.

1.2 68

1577 Physisorption of Hydroxide Ions from Aqueous Solution to a Hydrophobic Surface. Journal of the
American Chemical Society, 2005, 127, 2272-2276. 6.6 206



83

Citation Report

# Article IF Citations

1578 Radial distribution functions and densities for the SPC/E, TIP4P and TIP5P models for liquid water and
ices Ih, Ic, II, III, IV, V, VI, VII, VIII, IX, XI and XII. Physical Chemistry Chemical Physics, 2005, 7, 1450. 1.3 111

1579 Structure and dynamics of water at the interface with phospholipid bilayers. Journal of Chemical
Physics, 2005, 123, 224702. 1.2 122

1580 Modeling Water, the Hydrophobic Effect, and Ion Solvation. Annual Review of Biophysics and
Biomolecular Structure, 2005, 34, 173-199. 18.3 363

1581 A simulation study of the optical Kerr effect in liquid water. Physical Chemistry Chemical Physics,
2005, 7, 1176. 1.3 39

1582 Solvation free energies of amino acid side chain analogs for common molecular mechanics water
models. Journal of Chemical Physics, 2005, 122, 134508. 1.2 357

1583 A decoy set for the thermostable subdomain from chicken villin headpiece, comparison of different
free energy estimators. BMC Bioinformatics, 2005, 6, 301. 1.2 14

1584 OOPSE: An object-oriented parallel simulation engine for molecular dynamics. Journal of
Computational Chemistry, 2005, 26, 252-271. 1.5 37

1585 Detailed considerations for a balanced and broadly applicable force field: A study of substituted
benzenes modeled with OPLS-AA. Journal of Computational Chemistry, 2005, 26, 1529-1541. 1.5 30

1586 The Amber biomolecular simulation programs. Journal of Computational Chemistry, 2005, 26, 1668-1688. 1.5 7,742

1587 GROMACS: Fast, flexible, and free. Journal of Computational Chemistry, 2005, 26, 1701-1718. 1.5 13,676

1588 Integrated Modeling Program, Applied Chemical Theory (IMPACT). Journal of Computational Chemistry,
2005, 26, 1752-1780. 1.5 1,194

1589 Molecular Dynamics Simulation of Water Near Nanostructured Hydrophobic Surfaces: Interfacial
Energies. ChemPhysChem, 2005, 6, 1641-1649. 1.0 21

1590 Theoretical study of volume changes associated with the helix-coil transition of an alanine-rich
peptide in aqueous solution. Biopolymers, 2005, 79, 97-105. 1.2 20

1591 Molecular Simulation Study of the Influence of Small Molecules on the Dynamic and Structural
Properties of Phospholipid Bilayers. Chemistry and Biodiversity, 2005, 2, 1503-1516. 1.0 7

1592
Molecular Dynamics Simulations of the Orientation and Reorientational Dynamics of Water and
Polypyrrole Rings as a Function of the Oxidation State of the Polymer. Macromolecular Theory and
Simulations, 2005, 14, 40-48.

0.6 13

1593 Molecular dynamics and atomic charge calculations in the study of heparin conformation in aqueous
solution. Carbohydrate Research, 2005, 340, 1499-1507. 1.1 41

1594 Simulation of water vapor clusters in equilibrium with liquid water. Computer Physics
Communications, 2005, 169, 54-56. 3.0 3

1596 Molecular dynamics simulation of surfactant effects on ion transport through a liquidâ€“liquid
interface between partially miscible liquids. Fluid Phase Equilibria, 2005, 233, 96-102. 1.4 10



84

Citation Report

# Article IF Citations

1597
Elastic properties, Young's modulus determination and structural stability of the tropocollagen
molecule: a computational study by steered molecular dynamics. Journal of Biomechanics, 2005, 38,
1527-1533.

0.9 140

1598 The Effect of Pore Connectivity on Water Adsorption Isotherms in Non-Activated Graphitic
Nanopores. Adsorption, 2005, 11, 337-341. 1.4 17

1599 Simulated Water Adsorption Isotherms in Hydrophilic and Hydrophobic Cylindrical Nanopores.
Adsorption, 2005, 11, 397-401. 1.4 43

1600 Dynamical Aspects of TEM-1 Î²-Lactamase Probed by Molecular Dynamics. Journal of Computer-Aided
Molecular Design, 2005, 19, 329-340. 1.3 27

1601 Molecular Dynamics Simulation of Surfactant Microaggregates in the Apolar Medium of n-Octane.
Colloid Journal, 2005, 67, 451-458. 0.5 2

1602 Investigating interactions of biomembranes and alcohols: A multiscale approach. Journal of Polymer
Science, Part B: Polymer Physics, 2005, 43, 1025-1032. 2.4 27

1603 Molecular dynamics simulation of the aggregation of the core-recognition motif of the islet amyloid
polypeptide in explicit water. Proteins: Structure, Function and Bioinformatics, 2005, 59, 519-527. 1.5 49

1604
Thermodynamic and kinetic characterization of a Î²-hairpin peptide in solution: An extended phase space
sampling by molecular dynamics simulations in explicit water. Proteins: Structure, Function and
Bioinformatics, 2005, 59, 510-518.

1.5 49

1605 Determinants of protein stability and folding: Comparative analysis of beta-lactoglobulins and liver
basic fatty acid binding protein. Proteins: Structure, Function and Bioinformatics, 2005, 61, 366-376. 1.5 20

1606
The determinants of stability in the human prion protein: Insights into folding and misfolding from
the analysis of the change in the stabilization energy distribution in different conditions. Proteins:
Structure, Function and Bioinformatics, 2005, 62, 698-707.

1.5 33

1607 Hydration Simulations of a Carbon Nanotube, Immersed in Water, according to the 3-Attractor Water
Model. Sensors, 2005, 5, 139-147. 2.1 10

1608 Vibrational Echo Correlation Spectroscopy. , 2005, , 167-196. 0

1609 Neutron Diffraction Study on Microinhomogeneities in Ethanol-Water Mixtures. Journal of Neutron
Research, 2005, 13, 129-133. 0.4 19

1610 Prion and water: Tight and dynamical hydration sites have a key role in structural stability.
Proceedings of the National Academy of Sciences of the United States of America, 2005, 102, 7535-7540. 3.3 145

1611 On the importance of many-body forces in clusters and condensed phase. , 2005, , 919-962. 28

1612 Comment on â€œHydrophobic effects on partial molar volumeâ€• [J. Chem. Phys. 122, 094509 (2005)]. Journal
of Chemical Physics, 2005, 123, 167103. 1.2 7

1613 Molecular Dynamics Exploration of Thin Liquid Films on Solid Surfaces. 2. Polyatomic Nonpolar Fluid
and Water Films. Microscale Thermophysical Engineering, 2005, 9, 351-363. 1.2 6

1614 Computer Aided Drug Design Strategies Used in the Discovery of Fructose 1, 6-Bisphosphatase
Inhibitors. Current Pharmaceutical Design, 2005, 11, 283-294. 0.9 21



85

Citation Report

# Article IF Citations

1615 Intermediate-range order in aqueous solutions of salts: a systematic computer simulation study.
Journal of Physics Condensed Matter, 2005, 17, 453-467. 0.7 8

1616 Hydration properties and potentials of mean force of nonpolar amino acid residues in water: A
pertubation theoretic approach. Journal of Chemical Physics, 2005, 123, 104502. 1.2 0

1617 A nonequilibrium molecular dynamics method for thermal conductivities based on thermal noise.
Journal of Chemical Physics, 2005, 122, 081103. 1.2 25

1618 An extended ab initio QM/MM MD approach to structure and dynamics of Zn(II) in aqueous solution.
Journal of Chemical Physics, 2005, 123, 054514. 1.2 65

1619 Hydrothermal reactions of formaldehyde and formic acid: Free-energy analysis of equilibrium. Journal
of Chemical Physics, 2005, 122, 074509. 1.2 43

1620 Characterization of the TIP4P-Ew water model: Vapor pressure and boiling point. Journal of Chemical
Physics, 2005, 123, 194504. 1.2 103

1621 Simulations of vapor water clusters at vaporâ€“liquid equilibrium. Journal of Chemical Physics, 2005,
123, 024504. 1.2 31

1622
Site-site memory equation approach in study of density/pressure dependence of translational
diffusion coefficient and rotational relaxation time of polar molecular solutions: Acetonitrile in
water, methanol in water, and methanol in acetonitrile. Journal of Chemical Physics, 2005, 122, 184511.

1.2 19

1623 Dynamics of ionic and hydrophobic solutes in water-methanol mixtures of varying composition.
Journal of Chemical Physics, 2005, 123, 234501. 1.2 28

1624 From dimer to condensed phases at extreme conditions: Accurate predictions of the properties of
water by a Gaussian charge polarizable model. Journal of Chemical Physics, 2005, 122, 244511. 1.2 202

1625
Structure of the nonionic surfactant triethoxy monooctylether C8E3 adsorbed at the free water
surface, as seen from surface tension measurements and Monte Carlo simulations. Journal of
Chemical Physics, 2005, 122, 124704.

1.2 13

1626 Water liquid-vapor equilibria predicted by refined ab initio derived potentials. Journal of Chemical
Physics, 2005, 123, 044506. 1.2 15

1627 Free energy of solvation of simple ions: Molecular-dynamics study of solvation of Clâˆ’ and Na+ in the
ice/water interface. Journal of Chemical Physics, 2005, 123, 034706. 1.2 38

1628 On the coupling between molecular diffusion and solvation shell exchange. Journal of Chemical
Physics, 2005, 122, 114508. 1.2 43

1629 Liquid-vapor interfacial properties of water-ammonia mixtures: Dependence on ammonia
concentration. Journal of Chemical Physics, 2005, 123, 174712. 1.2 39

1630 Clusters of mobile molecules in supercooled water. Physical Review E, 2005, 72, 011202. 0.8 42

1631 Origin of the Short-Range, Strong Repulsive Force between Ionic Surfactant Layers. Physical Review
Letters, 2005, 94, 077802. 2.9 81

1632 Simulations of transient membrane behavior in cells subjected to a high-intensity ultrashort electric
pulse. Physical Review E, 2005, 71, 031914. 0.8 142



86

Citation Report

# Article IF Citations

1633 Pronounced non-Condon effects in the ultrafast infrared spectroscopy of water. Journal of
Chemical Physics, 2005, 123, 044513. 1.2 257

1634 Classical molecular-dynamics simulation of the hydroxyl radical in water. Journal of Chemical
Physics, 2005, 123, 084507. 1.2 49

1635 Structural order in glassy water. Physical Review E, 2005, 71, 061505. 0.8 48

1636 Thermal breaking of spanning water networks in the hydration shell of proteins. Journal of Chemical
Physics, 2005, 123, 224905. 1.2 49

1637 Surface-charge-induced asymmetric electrokinetic transport in confined silicon nanochannels.
Applied Physics Letters, 2005, 86, 143105. 1.5 48

1638 Long-range electrostatic interactions in hybrid quantum and molecular mechanical dynamics using a
lattice summation approach. Journal of Chemical Physics, 2005, 122, 234503. 1.2 12

1639 Liquidâ€“vapor and liquidâ€“liquid phase equilibria of the Brodholtâ€“Sampoliâ€“Vallauri polarizable water
model. Journal of Chemical Physics, 2005, 122, 081101. 1.2 62

1640 Surface solvation for an ion in a water cluster. Journal of Chemical Physics, 2005, 122, 024513. 1.2 78

1641 Brine Rejection from Freezing Salt Solutions: A Molecular Dynamics Study. Physical Review Letters,
2005, 95, 148501. 2.9 138

1642 Large-scale molecular-dynamics simulation of nanoscale hydrophobic interaction and nanobubble
formation. Journal of Chemical Physics, 2005, 123, 204707. 1.2 46

1643 Structural relaxation in the glass transition region of water. Physical Review E, 2005, 72, 011203. 0.8 25

1644 Spectral signatures of the diffusional anomaly in water. Journal of Chemical Physics, 2005, 122, 104507. 1.2 36

1645 Water models based on a single potential energy surface and different molecular degrees of freedom.
Journal of Chemical Physics, 2005, 122, 224509. 1.2 18

1646 Simulations of proton order and disorder in ice Ih. Journal of Chemical Physics, 2005, 122, 094504. 1.2 50

1647 Free energy of solvation from molecular dynamics simulation applying Voronoi-Delaunay
triangulation to the cavity creation. Journal of Chemical Physics, 2005, 123, 214109. 1.2 12

1648 Relation between the melting temperature and the temperature of maximum density for the most
common models of water. Journal of Chemical Physics, 2005, 123, 144504. 1.2 117

1649 Melting temperature of ice Ih calculated from coexisting solid-liquid phases. Journal of Chemical
Physics, 2005, 123, 036101. 1.2 62

1650 Computer simulation study of metastable ice VII and amorphous phases obtained by its melting. Journal
of Chemical Physics, 2005, 122, 204512. 1.2 12



87

Citation Report

# Article IF Citations

1651 Diffusion coefficient of ionic solvation shell molecules. Journal of Chemical Physics, 2005, 122,
094502. 1.2 11

1652 Tutorial: Can Nanostructuring Improve the Properties of Hydrophobic Surfaces?. Soft Materials, 2005,
3, 21-43. 0.8 11

1653 Vaporâ€“liquid equilibria and thermophysical behavior of the SPC-HW model for heavy water.
Molecular Simulation, 2005, 31, 1035-1042. 0.9 0

1654 Segregation in aqueous methanol enhanced by cooling and compression. Journal of Chemical Physics,
2005, 122, 174514. 1.2 69

1655 Solvent-induced symmetry breaking: Varying solvent strength. Physical Review E, 2005, 71, 021502. 0.8 14

1656 Optical Kerr Effect in Supercooled Water. Physical Review Letters, 2005, 94, 137802. 2.9 20

1657 Phase diagram of amorphous solid water: Low-density, high-density, and very-high-density amorphous
ices. Physical Review E, 2005, 72, 031510. 0.8 53

1658 Quantum diffusion in liquid water from ring polymer molecular dynamics. Journal of Chemical
Physics, 2005, 123, 154504. 1.2 182

1659 Molecular dynamics simulation study on the transient response of solvation structure during the
translational diffusion of solute. Journal of Chemical Physics, 2005, 122, 014512. 1.2 13

1660 Structure and dynamics of water in aqueous methanol. Journal of Physics Condensed Matter, 2005, 17,
S3265-S3272. 0.7 13

1661 Water Mobility in Reverse Micelles Studied by Quasielastic Neutron Scattering and Molecular
Dynamics Simulation. Materials Research Society Symposia Proceedings, 2005, 899, 1. 0.1 0

1662 Electrolytic transport through a synthetic nanometer-diameter pore. Proceedings of the National
Academy of Sciences of the United States of America, 2005, 102, 10445-10450. 3.3 220

1663 Hybrid MD-Nernst Planck model of Î±-hemolysin conductance properties. Molecular Simulation, 2005, 31,
79-93. 0.9 19

1664
A â€˜first principlesâ€™ potential energy surface for liquid water from VRT spectroscopy of water clusters.
Philosophical Transactions Series A, Mathematical, Physical, and Engineering Sciences, 2005, 363,
493-508.

1.6 43

1665
Hydrophobic hydration from small to large lengthscales: Understanding and manipulating the
crossover. Proceedings of the National Academy of Sciences of the United States of America, 2005, 102,
9475-9480.

3.3 268

1666 Polarizable molecules in the vibrational spectroscopy of water. Proceedings of the National Academy
of Sciences of the United States of America, 2005, 102, 11611-11616. 3.3 77

1667
Potential of Mean Force between Solute Atoms in Salt Solution: Effects Due to Salt Species and
Relevance to Conformational Transition of Biomolecules. Bulletin of the Chemical Society of Japan,
2005, 78, 1431-1441.

2.0 34

1668 Structural properties of water: Comparison of the SPC, SPCE, TIP4P, and TIP5P models of water.
Journal of Chemical Physics, 2005, 123, 104501. 1.2 368



88

Citation Report

# Article IF Citations

1669 Monte Carlo Simulations of Gas Solubility in the Ionic Liquid 1-n-Butyl-3-methylimidazolium
Hexafluorophosphate. Journal of Physical Chemistry B, 2005, 109, 10395-10405. 1.2 166

1670 Electric-field-controlled water and ion permeation of a hydrophobic nanopore. Journal of Chemical
Physics, 2005, 122, 234706. 1.2 158

1671 Computational Evidence for a Variable First Shell Coordination of the Cadmium(II) Ion in Aqueous
Solution. Journal of Physical Chemistry B, 2005, 109, 9186-9193. 1.2 49

1672 Molecular Dynamics Simulations of Salicylate Effects on the Micro- and Mesoscopic Properties of a
Dipalmitoylphosphatidylcholine Bilayer. Biochemistry, 2005, 44, 13425-13438. 1.2 44

1673 Modeling the Cavitation Free Energy. Journal of Physical Chemistry B, 2005, 109, 24061-24070. 1.2 30

1674 Computer simulation of the 13 crystalline phases of ice. Journal of Chemical Physics, 2005, 123, 054502. 1.2 29

1675 Molecular-dynamics study of anomalous volumetric behavior of water-benzene mixtures in the
vicinity of the critical region. Journal of Chemical Physics, 2005, 123, 244507. 1.2 7

1676 Computing the Soret coefficient in aqueous mixtures using boundary driven nonequilibrium
molecular dynamics. Journal of Chemical Physics, 2005, 122, 114503. 1.2 50

1677 Liquid-vapor interfaces of water-acetonitrile mixtures of varying composition. Journal of Chemical
Physics, 2005, 123, 184706. 1.2 64

1678 Line of percolation in supercritical water. Journal of Chemical Physics, 2005, 123, 024502. 1.2 43

1679 Two exchange-correlation functionals compared for first-principles liquid water. Molecular
Simulation, 2005, 31, 361-366. 0.9 32

1680 Complexation of Cu(II) Ions with the Lowest Generation Poly(amido-amine)-OH Dendrimers:â€‰ A
Molecular Simulation Study. Journal of Physical Chemistry B, 2005, 109, 12480-12490. 1.2 18

1681 Theoretical Characterization of Î±-Helix and Î²-Hairpin Folding Kinetics. Journal of the American Chemical
Society, 2005, 127, 14825-14832. 6.6 43

1682 Simulation of interfaces between room temperature ionic liquids and other liquids. Faraday
Discussions, 2005, 129, 57. 1.6 118

1683 The hydrophobicity of nanostructured alkane and perfluoro alkane surfaces: A comparison by
molecular dynamics simulation. Physical Chemistry Chemical Physics, 2005, 7, 3191. 1.3 14

1684 Dynamics of Water Trapped between Hydrophobic Solutes. Journal of Physical Chemistry B, 2005, 109,
6422-6429. 1.2 160

1685 Stability of Two-Dimensional Tessellation Ice on the Hydroxylated Î²-Cristobalite (100) Surface. Journal
of Physical Chemistry B, 2005, 109, 5678-5683. 1.2 20

1686 Chapter 5 A Review of the TIP4P, TIP4P-Ew, TIP5P, and TIP5P-E Water Models. Annual Reports in
Computational Chemistry, 2005, 1, 59-74. 0.9 15



89

Citation Report

# Article IF Citations

1687 Hydration Layer of a Cationic Micelle, C10TAB:â€‰ Structure, Rigidity, Slow Reorientation, Hydrogen Bond
Lifetime, and Solvation Dynamics. Journal of Physical Chemistry B, 2005, 109, 12879-12890. 1.2 86

1688 Structure of the Liquidâˆ’Vapor Interface of Waterâˆ’Methanol Mixtures as Seen from Monte Carlo
Simulations. Journal of Physical Chemistry B, 2005, 109, 20493-20503. 1.2 40

1689 Ion Exchange in Reverse Micelles. Langmuir, 2005, 21, 767-778. 1.6 32

1690 A computational study of hydration, solution structure, and dynamics in dilute carbohydrate
solutions. Journal of Chemical Physics, 2005, 122, 204511. 1.2 166

1691 Can simple models describe the phase diagram of water?. Journal of Physics Condensed Matter, 2005,
17, S3283-S3288. 0.7 72

1692 Theoretical Study of Pressure and Cosolvent Effects on the Solvation Structure of Staphylococcal
Nuclease. , 0, , . 0

1693 Local density profiles are coupled to solute size and attractive potential for nanoscopic hydrophobic
solutes. Molecular Simulation, 2005, 31, 457-463. 0.9 36

1694
Ultrasonic Velocities, Densities, Viscosities, Electrical Conductivities, Raman Spectra, and Molecular
Dynamics Simulations of Aqueous Solutions of Mg(OAc)2and Mg(NO3)2:Â  Hofmeister Effects and Ion
Pair Formation. Journal of Physical Chemistry B, 2005, 109, 24108-24120.

1.2 61

1695 Electric Field Fluctuations Drive Vibrational Dephasing in Water. Journal of Physical Chemistry A,
2005, 109, 9424-9436. 1.1 150

1696 Ab Initio QM/MM Simulation of Ag+in 18.6% Aqueous Ammonia Solution:Â  Structure and Dynamics
Investigations. Journal of Physical Chemistry A, 2005, 109, 4437-4441. 1.1 17

1697 Collective Solvent Coordinates for the Infrared Spectrum of HOD in D2O Based on an ab Initio
Electrostatic Map. Journal of Physical Chemistry A, 2005, 109, 64-82. 1.1 142

1698 Competition between Intramolecular Hydrogen Bonds and Solvation in Phosphorylated Peptides:â€‰
Simulations with Explicit and Implicit Solvent. Journal of Physical Chemistry B, 2005, 109, 5249-5258. 1.2 38

1699 Computational Free Energy Studies of a New Ice Polymorph Which Exhibits Greater Stability than Ice
Ih. Journal of Chemical Theory and Computation, 2005, 1, 662-667. 2.3 34

1700 Stereoselective Binding of Indomethacin Ethanolamide Derivatives to Cyclooxygenase-1. Journal of
Medicinal Chemistry, 2005, 48, 3613-3620. 2.9 34

1701
Interior and Interfacial Aqueous Solvation of Benzene Dicarboxylate Dianions and Their Methylated
Analogues:Â  A Combined Molecular Dynamics and Photoelectron Spectroscopy Study. Journal of
Physical Chemistry A, 2005, 109, 5042-5049.

1.1 20

1702 Molecular Dynamics Study of Hydrated Faujasite-Type Zeolites. Journal of Physical Chemistry B, 2005,
109, 3446-3453. 1.2 42

1703 Water between Plates in the Presence of an Electric Field in an Open Systemâ€ . Journal of Physical
Chemistry B, 2005, 109, 6629-6635. 1.2 85

1704 Hydroxyl Radical in Aqueous Solution:Â  Computer Simulation. Journal of Physical Chemistry B, 2005,
109, 4123-4128. 1.2 36



90

Citation Report

# Article IF Citations

1705 Using MD Snapshots in ab Initio and DFT Calculations:Â  OH Vibrations in the First Hydration Shell
around Li+(aq). Journal of Physical Chemistry A, 2005, 109, 5144-5152. 1.1 37

1706 Nanometer-Scale Ion Aggregates in Aqueous Electrolyte Solutions:Â  Guanidinium Sulfate and
Guanidinium Thiocyanate. Journal of Physical Chemistry B, 2005, 109, 24185-24196. 1.2 83

1707 Solubility of Methane in Water:â€‰ The Significance of the Methaneâˆ’Water Interaction Potential. Journal
of Physical Chemistry B, 2005, 109, 23596-23604. 1.2 27

1708
Electron Binding Energies of Aqueous Alkali and Halide Ions:Â  EUV Photoelectron Spectroscopy of
Liquid Solutions and Combined Ab Initio and Molecular Dynamics Calculations. Journal of the
American Chemical Society, 2005, 127, 7203-7214.

6.6 111

1709 Solvation Behavior of Short-Chain Polystyrene Sulfonate in Aqueous Electrolyte Solutions:Â  A
Molecular Dynamics Study. Journal of Physical Chemistry B, 2005, 109, 23031-23042. 1.2 40

1710 On the Mechanism of Hydrophobic Association of Nanoscopic Solutes. Journal of the American
Chemical Society, 2005, 127, 3556-3567. 6.6 284

1711 Size-Dependent Maximum in Ion Conductivity:Â  The Levitation Effect Provides an Alternative
Explanation. Journal of Physical Chemistry B, 2005, 109, 8120-8124. 1.2 37

1712 The range of meta stability of ice-water melting for two simple models of water. Molecular Physics,
2005, 103, 1-5. 0.8 54

1713 Polyoxometalates in Solution:â€‰ Molecular Dynamics Simulations on the Î±-PW12O403- Keggin Anion in
Aqueous Media. Journal of Physical Chemistry A, 2005, 109, 1216-1222. 1.1 96

1714 Does Water Condense in Carbon Pores?. Langmuir, 2005, 21, 10219-10225. 1.6 107

1715 Molecular Dynamics Simulations of Retinal in Rhodopsin:â€‰ From the Dark-Adapted State towards
Lumirhodopsin. Biochemistry, 2005, 44, 12667-12680. 1.2 44

1716 Comparative Study on Solvation Free Energy Expressions in Reference Interaction Site Model Integral
Equation Theory. Journal of Physical Chemistry B, 2005, 109, 17290-17295. 1.2 47

1717 Sequence Dependence of Amyloid Fibril Formation: Insights from Molecular Dynamics Simulations.
Journal of Molecular Biology, 2005, 349, 583-596. 2.0 84

1718 Prediction of the PVT properties of water over wide range of temperatures and pressures from
molecular dynamics simulation. Physics of the Earth and Planetary Interiors, 2005, 149, 335-354. 0.7 101

1719 Structure and ultrafast dynamics of liquid water: A quantum mechanics/molecular mechanics
molecular dynamics simulations study. Journal of Chemical Physics, 2005, 122, 174506. 1.2 106

1720 Search for memory effects in methane hydrate: Structure of water before hydrate formation and
after hydrate decomposition. Journal of Chemical Physics, 2005, 123, 164507. 1.2 128

1721 How Homogeneous Are the Trehalose, Maltose, and Sucrose Water Solutions? An Insight from
Molecular Dynamics Simulations. Journal of Physical Chemistry B, 2005, 109, 11046-11057. 1.2 226

1722 Electro-osmotic flow of a model electrolyte. Physical Review E, 2005, 71, 041501. 0.8 47



91

Citation Report

# Article IF Citations

1723 An asymmetric model for water structure. Journal of Physics Condensed Matter, 2005, 17, S3273-S3282. 0.7 74

1724 Protons May Leak through Pure Lipid Bilayers via a Concerted Mechanism. Biophysical Journal, 2005,
88, 3095-3108. 0.2 58

1725 Osmolyte Trimethylamine-N-Oxide Does Not Affect the Strength of Hydrophobic Interactions: Origin
of Osmolyte Compatibility. Biophysical Journal, 2005, 89, 858-866. 0.2 138

1726 Experimental and Simulative Dissociation of Dimeric Cu,Zn Superoxide Dismutase Doubly Mutated at
the Intersubunit Surface. Biophysical Journal, 2005, 88, 2875-2882. 0.2 3

1727 Unfolding and Extraction of a Transmembrane Î±-Helical Peptide: Dynamic Force Spectroscopy and
Molecular Dynamics Simulations. Biophysical Journal, 2005, 89, 3129-3140. 0.2 27

1728 Interactions of Liquid Crystal-Forming Molecules with Phospholipid Bilayers Studied by Molecular
Dynamics Simulations. Biophysical Journal, 2005, 89, 3141-3158. 0.2 20

1729 Solvation Dynamics in Reverse Micelles:Â  The Role of Headgroupâˆ’Solute Interactionsâ€ . Journal of
Physical Chemistry B, 2005, 109, 6732-6740. 1.2 112

1730 The Effect of the Counterion on Water Mobility in Reverse Micelles Studied by Molecular Dynamics
Simulations. Journal of Physical Chemistry B, 2005, 109, 16891-16900. 1.2 100

1731 MD Simulation of the Na+âˆ’Phenylalanine Complex in Water:Â  Competition between Cationâˆ’Ï€
Interaction and Aqueous Solvation. Journal of Physical Chemistry B, 2005, 109, 23016-23023. 1.2 34

1732 Two-Dimensional Supercritical Behavior of an Ethanol Monolayer:Â  A Molecular Dynamics Study.
Langmuir, 2005, 21, 10885-10894. 1.6 5

1733 Water in carbon nanotubes: Adsorption isotherms and thermodynamic properties from molecular
simulation. Journal of Chemical Physics, 2005, 122, 234712. 1.2 225

1734
Computer Simulation Investigation of the Waterâˆ’Benzene Interface in a Broad Range of
Thermodynamic States from Ambient to Supercritical Conditions. Journal of Physical Chemistry B,
2005, 109, 16782-16793.

1.2 19

1735 Computational Investigation of Order, Structure, and Dynamics in Modified Water Modelsâ€ . Journal
of Physical Chemistry B, 2005, 109, 6527-6534. 1.2 88

1736 Effect of Nanostructure on the Properties of Water at the Waterâˆ’Hydrophobic Interface:â€‰ A
Molecular Dynamics Simulation. Langmuir, 2005, 21, 3699-3709. 1.6 36

1737 A potential model for the study of ices and amorphous water: TIP4P/Ice. Journal of Chemical Physics,
2005, 122, 234511. 1.2 1,041

1738
Orientational order of the water molecules at the vicinity of the waterâ€“benzene interface in a broad
range of thermodynamic states, as seen from Monte Carlo simulations. Faraday Discussions, 2005, 129,
35-46.

1.6 15

1739 Thermal Conductivities of Molecular Liquids by Reverse Nonequilibrium Molecular Dynamics. Journal
of Physical Chemistry B, 2005, 109, 15060-15067. 1.2 155

1740 Infrared and Raman Line Shapes of Dilute HOD in Liquid H2O and D2O from 10 to 90 Â°C. Journal of
Physical Chemistry A, 2005, 109, 6154-6165. 1.1 298



92

Citation Report

# Article IF Citations

1741 Molecular-dynamics study of structure II hydrogen clathrates. Journal of Chemical Physics, 2005, 123,
024507. 1.2 162

1742 Molecular Dynamics Study of a Surfactant Monolayer Adsorbed at the Air/Water Interface. Journal of
Chemical Theory and Computation, 2005, 1, 963-971. 2.3 87

1743 Hydrogen Bond Properties and Dynamics of Liquidâˆ’Vapor Interfaces of Aqueous Methanol Solutions.
Journal of Chemical Theory and Computation, 2005, 1, 1221-1231. 2.3 70

1744 Partial Molar Volume of Proteins Studied by the Three-Dimensional Reference Interaction Site Model
Theoryâ€ . Journal of Physical Chemistry B, 2005, 109, 6658-6665. 1.2 63

1745 Curvature Induced L-Defects in Water Conduction in Carbon Nanotubes. Nano Letters, 2005, 5,
1017-1022. 4.5 90

1746 The melting temperature of the most common models of water. Journal of Chemical Physics, 2005, 122,
114507. 1.2 338

1747 A general purpose model for the condensed phases of water: TIP4P/2005. Journal of Chemical Physics,
2005, 123, 234505. 1.2 2,907

1748 Ions in water: The microscopic structure of concentrated hydroxide solutions. Journal of Chemical
Physics, 2005, 122, 194509. 1.2 114

1749 A molecular dynamics study of nitric oxide in water: Diffusion and structure. Journal of Chemical
Physics, 2005, 123, 054505. 1.2 40

1750 Transport coefficients and dynamic properties of hydrogen sulfide from molecular simulation.
Journal of Chemical Physics, 2005, 123, 014505. 1.2 21

1751 Hydrophobic effects on partial molar volume. Journal of Chemical Physics, 2005, 122, 094509. 1.2 36

1752 On the heat-capacity change of pairwise hydrophobic interactions. Journal of Chemical Physics, 2005,
123, 034509. 1.2 11

1753 Liquid-liquid phase transitions in supercooled water studied by computer simulations of various
water models. Journal of Chemical Physics, 2005, 123, 044515. 1.2 150

1754 A theoretical study on anomalous temperature dependence of pKw of water. Journal of Chemical
Physics, 2005, 122, 144504. 1.2 54

1755 Resonance Character of Hydrogenâ€•bonding Interactions in Water and Other Hâ€•bonded Species.
Advances in Protein Chemistry, 2005, 72, 121-155. 4.4 53

1756 Mechanism of Helix Nucleation and Propagation:Â  Microscopic View from Microsecond Time Scale MD
Simulations. Journal of Physical Chemistry B, 2005, 109, 20064-20067. 1.2 34

1757 Molecular Dynamics Simulation of Aqueous NaF and NaI Solutions near a Hydrophobic Surface.
Journal of Physical Chemistry B, 2005, 109, 6405-6415. 1.2 27

1758 A Kirkwoodâˆ’Buff Derived Force Field for Methanol and Aqueous Methanol Solutions. Journal of
Physical Chemistry B, 2005, 109, 15080-15086. 1.2 110



93

Citation Report

# Article IF Citations

1759 A new force field for atomistic simulations of aqueous tertiary butanol solutions. Journal of
Chemical Physics, 2005, 122, 114509. 1.2 61

1760 Proton Transport in Polymer Electrolyte Fuel Cell Membranes. NATO Science Series Series II,
Mathematics, Physics and Chemistry, 2005, , 361-379. 0.1 4

1761 Hydrogen-Bond Dynamics in the Airâˆ’Water Interface. Journal of Physical Chemistry B, 2005, 109,
2949-2955. 1.2 121

1762 A new high-temperature multinuclear-magnetic-resonance probe and the self-diffusion of light and
heavy water in sub- and supercritical conditions. Journal of Chemical Physics, 2005, 123, 164506. 1.2 77

1763 Toward a Molecular Understanding of Crystal Agglomeration. Crystal Growth and Design, 2005, 5,
3-16. 1.4 75

1764 Molecular dynamics simulations of liquid water using various long-range electrostatics techniques.
Molecular Physics, 2005, 103, 1945-1960. 0.8 52

1765 Preferential Solvation of Phenol in Binary Solvent Mixtures. A Molecular Dynamics Study. Journal of
Physical Chemistry A, 2006, 110, 2253-2258. 1.1 7

1766 Control of Electroosmotic Flow by Polymer Coating:Â  Effects of the Electrical Double Layer. Langmuir,
2006, 22, 7096-7100. 1.6 41

1767 Partial molar volume of n-alcohols at infinite dilution in water calculated by means of scaled
particle theory. Journal of Chemical Physics, 2006, 124, 134507. 1.2 17

1768 Molecular dynamics simulations of water droplets on polymer surfaces. Journal of Chemical Physics,
2006, 125, 144712. 1.2 118

1769
Specific Ion Effects at Protein Surfaces:Â  A Molecular Dynamics Study of Bovine Pancreatic Trypsin
Inhibitor and Horseradish Peroxidase in Selected Salt Solutions. Journal of Physical Chemistry B,
2006, 110, 7036-7043.

1.2 139

1770 Vapor-liquid equilibria from the triple point up to the critical point for the new generation of
TIP4P-like models: TIP4P/Ew, TIP4P/2005, and TIP4P/ice. Journal of Chemical Physics, 2006, 125, 034503. 1.2 210

1771 Modeling Multibody Effects in Ionic Solutions with a Concentration Dependent Dielectric
Permittivity. Physical Review Letters, 2006, 96, 147801. 2.9 110

1772 Molecular dynamics simulation of the density and surface tension of water by particle-particle
particle-mesh method. Journal of Chemical Physics, 2006, 124, 204715. 1.2 76

1773 A Coupled Car-Parrinello Molecular Dynamics and EXAFS Data Analysis Investigation of Aqueous Co2+.
Journal of Physical Chemistry A, 2006, 110, 13081-13088. 1.1 46

1774 Molecular Simulations of the Transport of Molecules across the Liquid/Vapor Interface of Water.
Chemical Reviews, 2006, 106, 1355-1374. 23.0 134

1775 Mode-coupling study on the dynamics of hydrophobic hydration II: Aqueous solutions of benzene and
rare gases. Physical Chemistry Chemical Physics, 2006, 8, 737-745. 1.3 6

1776
Adsorption of polycyclic aromatic hydrocarbons at the airâ€“water interface: Molecular dynamics
simulations and experimental atmospheric observations. Physical Chemistry Chemical Physics, 2006, 8,
4461-4467.

1.3 70



94

Citation Report

# Article IF Citations

1777 Osmotic coefficients of atomistic NaCl (aq) force fields. Journal of Chemical Physics, 2006, 124,
164509. 1.2 132

1778 Diffusion of Water in Clays on the Microscopic Scale:â€‰ Modeling and Experiment. Journal of Physical
Chemistry B, 2006, 110, 3206-3214. 1.2 125

1779 Whytert-Butyl Alcohol Associates in Aqueous Solution but Trimethylamine-N-oxide Does Not. Journal
of Physical Chemistry B, 2006, 110, 10514-10518. 1.2 75

1780 Electrons and Hydrogen-Bond Connectivity in Liquid Water. Physical Review Letters, 2006, 96, 016404. 2.9 88

1781 Eigen versus Zundel complexes in HCl-water mixtures. Journal of Chemical Physics, 2006, 125, 014508. 1.2 64

1782 Hybrid coupled cluster and molecular dynamics approach: Application to the excitation spectrum of
cytosine in the native DNA environment. Journal of Chemical Physics, 2006, 125, 211101. 1.2 51

1783 Void-induced dissolution in molecular dynamics simulations of NaCl and water. Journal of Chemical
Physics, 2006, 124, 154713. 1.2 25

1784 Intermediate-range order and collective dynamics in an aqueous solution of trivalent cations.
Physical Review B, 2006, 73, . 1.1 8

1785 Be(ii) in aqueous solutionâ€”an extended ab initio QM/MM MD study. Physical Chemistry Chemical
Physics, 2006, 8, 2841-2847. 1.3 26

1786 Molecular studies of the structural properties of hydrogen gas in bulk water. Molecular Simulation,
2006, 32, 269-278. 0.9 23

1787
Conformational analysis in aqueous solution and estimation of the persistence length of
exopolysaccharides produced by Lactobacillus helveticus Lh59 and Streptococcus macedonicus Sc136.
Canadian Journal of Chemistry, 2006, 84, 730-742.

0.6 7

1788 Molecular dynamics simulation of AOT reverse micelles. Molecular Physics, 2006, 104, 3635-3643. 0.8 41

1789 Structure and dynamics of the [Zn(NH3)(H2O)5]2+ complex in aqueous solution obtained by an ab
initio QM/MM molecular dynamics study. Physical Chemistry Chemical Physics, 2006, 8, 1675. 1.3 22

1790 Soft sticky dipole-quadrupole-octupole potential energy function for liquid water: An approximate
moment expansion. Journal of Chemical Physics, 2006, 124, 134504. 1.2 52

1791 Four phases of amorphous water: Simulations versus experiment. Journal of Chemical Physics, 2006,
124, 164505. 1.2 23

1792 Effect of quantum partial charges on the structure and dynamics of water in single-walled carbon
nanotubes. Journal of Chemical Physics, 2006, 125, 114701. 1.2 109

1793 Flow structure of water in carbon nanotubes: Poiseuille type or plug-like?. Journal of Chemical
Physics, 2006, 124, 144708. 1.2 95

1794 Molecular dynamics simulations of the aqueous interface with the [BMI][PF6] ionic liquid:
comparison of different solvent models. Physical Chemistry Chemical Physics, 2006, 8, 4166. 1.3 69



95

Citation Report

# Article IF Citations

1795 Model of an Asymmetric DPPC/DPPS Membrane:Â  Effect of Asymmetry on the Lipid Properties. A
Molecular Dynamics Simulation Study. Journal of Physical Chemistry B, 2006, 110, 2358-2363. 1.2 51

1796 Disintegration Mechanisms of Charged Aqueous Nanodroplets Studied by Simulations and Analytical
Models. Journal of Physical Chemistry B, 2006, 110, 19168-19175. 1.2 40

1797 Full Length Vpu from HIV-1: Combining Molecular Dynamics Simulations with NMR Spectroscopy.
Journal of Biomolecular Structure and Dynamics, 2006, 23, 485-496. 2.0 17

1798 Hydration of Hydrophobic Solutes Treated by the Fundamental Measure Approach. Journal of Physical
Chemistry B, 2006, 110, 18496-18503. 1.2 25

1799 Tetrahedral structure or chains for liquid water. Proceedings of the National Academy of Sciences of
the United States of America, 2006, 103, 7973-7977. 3.3 223

1800 Molecular Dynamics:Â  Survey of Methods for Simulating the Activity of Proteins. Chemical Reviews,
2006, 106, 1589-1615. 23.0 1,007

1801 Molecular dynamics simulation of ion selectivity traits of nickel hexacyanoferrate thin films.
Transactions of Nonferrous Metals Society of China, 2006, 16, 897-902. 1.7 7

1802 Stability of rare gas structure H clathrate hydrates. Journal of Chemical Physics, 2006, 125, 104501. 1.2 45

1803 Colloquium: Scaled particle theory and the length scales of hydrophobicity. Reviews of Modern
Physics, 2006, 78, 159-178. 16.4 349

1804 Dynamics of Halide Ionâˆ’Water Hydrogen Bonds in Aqueous Solutions:Â  Dependence on Ion Size and
Temperature. Journal of Physical Chemistry B, 2006, 110, 9674-9680. 1.2 156

1805 Is the Ewald summation still necessary? Pairwise alternatives to the accepted standard for long-range
electrostatics. Journal of Chemical Physics, 2006, 124, 234104. 1.2 508

1806 The melting point of ice Ih for common water models calculated from direct coexistence of the
solid-liquid interface. Journal of Chemical Physics, 2006, 124, 144506. 1.2 386

1807 Thermodynamics of Hydrogen Bonding in Hydrophilic and Hydrophobic Media. Journal of Physical
Chemistry B, 2006, 110, 4393-4398. 1.2 404

1808 The Calculation of Free-Energiesin Semiconductors: Defects, Transitionsand Phase Diagrams. , 0, ,
115-140. 1

1809 Hydrogen bond dynamics and microscopic structure of confined water inside carbon nanotubes.
Journal of Chemical Physics, 2006, 124, 174714. 1.2 73

1810 Hydrogen Bond Structure and Dynamics in Aqueous Electrolytes at Ambient and Supercritical
Conditions. Journal of Physical Chemistry B, 2006, 110, 6332-6338. 1.2 99

1811 A Molecular Dynamics Study of Lys-Trp-Lys:Â  Structure and Dynamics in Solution Following
Photoexcitation. Journal of Physical Chemistry B, 2006, 110, 10497-10508. 1.2 46

1812 The Mechanism of Water Diffusion in Narrow Carbon Nanotubes. Nano Letters, 2006, 6, 633-639. 4.5 411



96

Citation Report

# Article IF Citations

1813 Computational study of structural and dynamical properties of formamide-water mixtures. Journal of
Chemical Physics, 2006, 125, 184506. 1.2 97

1814 Ion Binding to Cucurbit[6]uril:Â  Structure and Dynamics. Journal of Physical Chemistry B, 2006, 110,
14463-14468. 1.2 11

1815 Hydration and Dewetting near Fluorinated Superhydrophobic Plates. Journal of the American
Chemical Society, 2006, 128, 12439-12447. 6.6 66

1816 Toward the Understanding of MNEI Sweetness from Hydration Map Surfaces. Biophysical Journal,
2006, 90, 3052-3061. 0.2 42

1817 Molecular Dynamics Simulations of E. coli MsbA Transmembrane Domain: Formation of a Semipore
Structure. Biophysical Journal, 2006, 91, 2517-2531. 0.2 22

1818 The Hydration of the Neurotransmitter Acetylcholine in Aqueous Solution. Biophysical Journal, 2006,
91, 2371-2380. 0.2 42

1819 The Origin of Layer Structure Artifacts in Simulations of Liquid Water. Journal of Chemical Theory
and Computation, 2006, 2, 1-11. 2.3 195

1820 Liquid water simulation: A critical examination of cutoff length. Journal of Chemical Physics, 2006,
124, 204501. 1.2 60

1821 Spontaneity in the patellamide biosynthetic pathway. Organic and Biomolecular Chemistry, 2006, 4, 631. 1.5 47

1822 Hydration of apolar solutes of varying size: a systematic study. Molecular Physics, 2006, 104, 2465-2476. 0.8 41

1823 Flexible simple point-charge water model with improved liquid-state properties. Journal of Chemical
Physics, 2006, 124, 024503. 1.2 955

1824 A theoretical analysis on hydration thermodynamics of proteins. Journal of Chemical Physics, 2006,
125, 024911. 1.2 139

1825 Methane hydrate formation and decomposition: Structural studies via neutron diffraction and
empirical potential structure refinement. Journal of Chemical Physics, 2006, 124, 164508. 1.2 61

1826 Salt Permeation and Exclusion in Hydroxylated and Functionalized Silica Pores. Physical Review
Letters, 2006, 96, 095504. 2.9 79

1827 Hydrogen-Bonded Clusters on the Vapor/Ethanol-Aqueous-Solution Interface. Journal of Physical
Chemistry B, 2006, 110, 23264-23273. 1.2 18

1828 Development of Manyâˆ’Body Polarizable Force Fields for Li-Battery Components:Â  1. Ether, Alkane, and
Carbonate-Based Solvents. Journal of Physical Chemistry B, 2006, 110, 6279-6292. 1.2 149

1829 Structural Studies on the Hydration ofl-Glutamic Acid in Solution. Journal of Physical Chemistry B,
2006, 110, 21251-21258. 1.2 49

1830 Molecular Dynamics Simulation Study of the Structural Characteristics of Water Molecules
Confined in Functionalized Carbon Nanotubes. Journal of Physical Chemistry B, 2006, 110, 25761-25768. 1.2 58



97

Citation Report

# Article IF Citations

1831 Helicity and temperature effects on static properties of water molecules confined in modified carbon
nanotubes. Physical Chemistry Chemical Physics, 2006, 8, 3836. 1.3 50

1832 Simulated water adsorption in chemically heterogeneous carbon nanotubes. Journal of Chemical
Physics, 2006, 124, 074710. 1.2 76

1833 Molecular Dynamics Simulation of Nanoparticle Self-Assembly at a Liquidâˆ’Liquid Interface. Langmuir,
2006, 22, 6385-6390. 1.6 60

1834 Excess-entropy-based anomalies for a waterlike fluid. Journal of Chemical Physics, 2006, 125, 244502. 1.2 148

1835 Small-Molecule Targeting of Heat Shock Protein 90 Chaperone Function:Â  Rational Identification of a
New Anticancer Lead. Journal of Medicinal Chemistry, 2006, 49, 7721-7730. 2.9 88

1836 The environmental effect on the radial breathing mode of carbon nanotubes in water. Journal of
Chemical Physics, 2006, 124, 234708. 1.2 43

1837
The environmental effect on the radial breathing mode of carbon nanotubes. II. Shell model
approximation for internally and externally adsorbed fluids. Journal of Chemical Physics, 2006, 125,
184705.

1.2 33

1838 Molecular Dynamics Study of Surfactant Monolayers Adsorbed at the Oil/Water and Air/Water
Interfaces. Journal of Physical Chemistry B, 2006, 110, 23482-23488. 1.2 86

1839 Aggregation and Dispersion of Small Hydrophobic Particles in Aqueous Electrolyte Solutions. Journal
of Physical Chemistry B, 2006, 110, 22736-22741. 1.2 92

1840 Conformational Flexibility of the Peptide Hormone Ghrelin in Solution and Lipid Membrane Bound: A
Molecular Dynamics Study. Journal of Biomolecular Structure and Dynamics, 2006, 23, 357-363. 2.0 25

1841 Nonpolar, Polar, and Associating Solutes in Ionic Liquids. Journal of Physical Chemistry B, 2006, 110,
16816-16818. 1.2 446

1842
Molecular Dynamics Simulations of Arachidonic Acid-Derived Pentadienyl Radical Intermediate
Complexes with COX-1 and COX-2:â€‰ Insights into Oxygenation Regio- and Stereoselectivity. Biochemistry,
2006, 45, 3206-3218.

1.2 35

1843 Does Urea Denature Hydrophobic Interactions?. Journal of the American Chemical Society, 2006, 128,
4948-4949. 6.6 115

1844 Spectroscopy of the Cyano Radical in an Aqueous Environment. Journal of Physical Chemistry A, 2006,
110, 4854-4865. 1.1 21

1845 Developing optimal Wertheim-like models of water for use in Statistical Associating Fluid Theory
(SAFT) and related approaches. Molecular Physics, 2006, 104, 3561-3581. 0.8 170

1846 Lowest-Energy Structures of Water Clusters (H2O)11 and (H2O)13. Journal of Physical Chemistry A,
2006, 110, 11781-11784. 1.1 81

1847 Phase Transition of a DPPC Bilayer Induced by an External Surface Pressure:Â  From Bilayer to
Monolayer Behavior. A Molecular Dynamics Simulation Study. Langmuir, 2006, 22, 5818-5824. 1.6 21

1848 Molecular Dynamics Simulation of Liquid Sulfur Dioxide. Journal of Physical Chemistry B, 2006, 110,
8789-8797. 1.2 37



98

Citation Report

# Article IF Citations

1849 Dynamics of Water Confined Within Reverse Micelles. Journal of Physical Chemistry B, 2006, 110,
14304-14312. 1.2 61

1850 Tracing the Critical Loci of Binary Fluid Mixtures Using Molecular Simulation. Journal of Physical
Chemistry B, 2006, 110, 17200-17206. 1.2 9

1851 Molecular Dynamics Simulations of Arachidonic Acid Complexes with COX-1 and COX-2:â€‰ Insights into
Equilibrium Behavior. Biochemistry, 2006, 45, 3189-3205. 1.2 44

1852 Absence of superheating for iceIhwith a free surface: a new method of determining the melting point
of different water models. Molecular Physics, 2006, 104, 3583-3592. 0.8 63

1853 Vibrational Spectral Diffusion of Azide in Waterâ€ . Journal of Physical Chemistry B, 2006, 110,
18933-18938. 1.2 66

1854 Molecular Simulations of the Pressure, Temperature, and Chemical Potential Dependencies of Clay
Swellingâ€ . Journal of Physical Chemistry B, 2006, 110, 20046-20054. 1.2 58

1855 Evidence in Support of Levitation Effect as the Reason for Size Dependence of Ionic Conductivity in
Water:Â  A Molecular Dynamics Simulation. Journal of Physical Chemistry B, 2006, 110, 12179-12190. 1.2 22

1856 Enthalpyâˆ’Entropy Compensation in the Effects of Urea on Hydrophobic Interactions. Journal of
Physical Chemistry B, 2006, 110, 12852-12855. 1.2 32

1857 A Simple Phenomenological Fix for the Dielectric Constant within the Reference Interaction Site
Model Approach. Journal of Physical Chemistry B, 2006, 110, 22702-22711. 1.2 14

1858 Scaled Particle Theory Study of the Length Scale Dependence of Cavity Thermodynamics in Different
Liquids. Journal of Physical Chemistry B, 2006, 110, 11421-11426. 1.2 95

1859 Effective Interaction Potentials for Alkali and Alkaline Earth Metal Ions in SPC/E Water and
Polarization Model of Hydrated Ions. Journal of Physical Chemistry B, 2006, 110, 10888-10895. 1.2 17

1860 Calculating the Phase Behavior of Gas-Hydrate-Forming Systems from Molecular Models. Industrial
&amp; Engineering Chemistry Research, 2006, 45, 424-431. 1.8 31

1861 Asymptotic Extrapolation Scheme for Large-Scale Calculations with Hybrid Coupled Cluster and
Molecular Dynamics Simulations. Journal of Physical Chemistry A, 2006, 110, 13106-13111. 1.1 22

1862 Molecular dynamics simulations of binary structure H hydrogen and methyl-tert-butylether clathrate
hydrates. Journal of Chemical Physics, 2006, 124, 204707. 1.2 39

1863 Assessment of the Pairwise Additive Approximation and Evaluation of Many-Body Terms for Water
Clusters. Journal of Physical Chemistry B, 2006, 110, 10595-10601. 1.2 42

1864 Nonadiabatic Effects in the Two-Dimensional Infrared Spectra of Peptides:Â  Application to Alanine
Dipeptide. Journal of Physical Chemistry B, 2006, 110, 22910-22916. 1.2 174

1865 Effect of Ionic Solutes on the Hydrogen Bond Network Dynamics of Water:Â  Power Spectral Analysis
of Aqueous NaCl Solutions. Journal of Physical Chemistry B, 2006, 110, 8422-8431. 1.2 34

1866
Determination of the Interfacial Characteristics of a Series of Bolaamphiphilic Poly(fluorooxetane)
Surfactants through Molecular Dynamics Simulation. Journal of Physical Chemistry B, 2006, 110,
19393-19405.

1.2 15



99

Citation Report

# Article IF Citations

1867 Monomer Hydrophobicity as a Mechanism for the LCST Behavior of Poly(ethylene oxide) in Water.
Industrial &amp; Engineering Chemistry Research, 2006, 45, 5531-5537. 1.8 56

1868 Molecular dynamics simulation of electro-osmotic flows in rough wall nanochannels. Physical
Review E, 2006, 73, 051203. 0.8 105

1869 Solvent Reorganization Entropy of Electron Transfer in Polar Solvents. Journal of Physical Chemistry
A, 2006, 110, 8857-8863. 1.1 51

1870 Molecular dynamics simulations of microwave effects on water using different long-range
electrostatics methodologies. Molecular Physics, 2006, 104, 243-253. 0.8 60

1871 Existence of a Size-Dependent Diffusivity Maximum for Uncharged Solutes in Water and Its
Implications. Journal of Physical Chemistry B, 2006, 110, 12072-12079. 1.2 12

1872 On the Ultrafast Infrared Spectroscopy of Anion Hydration Shell Hydrogen Bond Dynamics. Journal
of Physical Chemistry A, 2006, 110, 11237-11243. 1.1 63

1873 Hierarchical Multiscale Simulation of Electrokinetic Transport in Silica Nanochannels at the Point of
Zero Charge. Langmuir, 2006, 22, 9041-9051. 1.6 70

1874 Solvation in modified water models: towards understanding hydrophobic effects. Molecular Physics,
2006, 104, 3593-3605. 0.8 45

1875 Enthalpyâˆ’Entropy Contributions to the Potential of Mean Force of Nanoscopic Hydrophobic Solutes.
Journal of Physical Chemistry B, 2006, 110, 8459-8463. 1.2 133

1876 Absolute Hydration Free Energy Scale for Alkali and Halide Ions Established from Simulations with a
Polarizable Force Field. Journal of Physical Chemistry B, 2006, 110, 3308-3322. 1.2 357

1877 Minimalist Explicit Solvation Models for Surface Loops in Proteins. Journal of Chemical Theory and
Computation, 2006, 2, 1135-1151. 2.3 7

1878 Prediction of adsorption equilibria of waterâ€“methanol mixtures in zeolite NaA by molecular
simulation. Molecular Simulation, 2006, 32, 869-875. 0.9 28

1879
Temperature Effects on the Structural and Dynamical Properties of the Zn(II)âˆ’Water Complex in
Aqueous Solution:Â  A QM/MM Molecular Dynamics Study. Journal of Physical Chemistry B, 2006, 110,
616-621.

1.2 12

1880 Sensitivity Analysis of Thermodynamic Properties of Liquid Water:Â  A General Approach to Improve
Empirical Potentialsâ€ . Journal of Physical Chemistry A, 2006, 110, 762-771. 1.1 18

1881 Temperature dependence of the structure and electrostatics of Newton black Films: insights from
computer simulations. Molecular Simulation, 2006, 32, 1103-1112. 0.9 11

1882
Theoretical Study of Volume Changes Accompanying Xenonâˆ’Lysozyme Binding:Â  Implications for the
Molecular Mechanism of Pressure Reversal of Anesthesia. Journal of Physical Chemistry B, 2006, 110,
12149-12154.

1.2 18

1883 Using DL_POLY to study the sensitivity of liquid structure to potential parameters. Molecular
Simulation, 2006, 32, 1025-1033. 0.9 12

1884 Molecular-dynamics simulations of binary structure II hydrogen and tetrahydrofurane clathrates.
Journal of Chemical Physics, 2006, 124, 014704. 1.2 100



100

Citation Report

# Article IF Citations

1885 Structure and Dynamics of the Aqueous Liquidâˆ’Vapor Interface:Â  A Comprehensive Particle-Based
Simulation StudyâŠ¥. Journal of Physical Chemistry B, 2006, 110, 3738-3746. 1.2 115

1886 Quantitative Link between Single-Particle Dynamics and Static Structure of Supercooled Liquids.
Journal of Physical Chemistry B, 2006, 110, 18147-18150. 1.2 95

1887 Water molecules as structural determinants among prions of low sequence identity. FEBS Letters,
2006, 580, 2488-2494. 1.3 23

1888 Molecular dynamics simulations of solidâ€“liquid phase transition in small water aggregates.
Computational Materials Science, 2006, 36, 166-170. 1.4 13

1889 Structural features of the reprolysin atrolysin C and tissue inhibitors of metalloproteinases (TIMPs)
interaction. Biochemical and Biophysical Research Communications, 2006, 347, 641-648. 1.0 4

1890 A molecular dynamics simulation study ofÂ anÂ aminoglycoside/A-site RNA complex: conformational
andÂ hydration patterns. Biochimie, 2006, 88, 1061-1073. 1.3 71

1891 Waterâˆ’Hydrocarbon Interfaces:Â  Effect of Hydrocarbon Branching on Interfacial Structure. Journal
of Physical Chemistry B, 2006, 110, 15442-15453. 1.2 115

1892
Sugar bioprotective effects on thermal denaturation of lysozyme: Insights from Raman scattering
experiments and molecular dynamics simulation. Journal of Non-Crystalline Solids, 2006, 352,
4430-4436.

1.5 30

1893 Role of effective atomic masses in memory function-based models for liquids: A simulation study of
liquid water. Journal of Chemical Physics, 2006, 125, 236102. 1.2 3

1894 Molecular Dynamics of Proton Exchange Inside a NafionÂ® Membrane. , 2006, , 253. 0

1895 Oligosaccharides and Cellulose Crystal Surfaces: Computer Simulations. ACS Symposium Series, 2006,
, 133-155. 0.5 5

1896 The Simulation of Ionic Charge Transport in Biological Ion Channels: An Introduction to Numerical
Methods. Reviews in Computational Chemistry, 2006, , 229-293. 1.5 20

1898 The adsorption of water in finite carbon pores. Molecular Physics, 2006, 104, 623-637. 0.8 26

1899 The effect of water structure and surface charge correlations on the hydration force acting
between model hydrophilic surfaces. Molecular Physics, 2006, 104, 3607-3617. 0.8 9

1900 Molecular dynamics study of nitrobenzene and 2-nitrophenyloctyl ether saturated with water.
Molecular Physics, 2006, 104, 3627-3634. 0.8 7

1901 Vibrational energy relaxation of azide in water. Journal of Chemical Physics, 2006, 125, 244507. 1.2 36

1902 Similar folds with different stabilization mechanisms: the cases of Prion and Doppel proteins. BMC
Structural Biology, 2006, 6, 17. 2.3 17

1903
Locating missing water molecules in protein cavities by the three-dimensional reference interaction
site model theory of molecular solvation. Proteins: Structure, Function and Bioinformatics, 2006, 66,
804-813.

1.5 89



101

Citation Report

# Article IF Citations

1904 Do we underestimate the importance of water in cell biology?. Nature Reviews Molecular Cell
Biology, 2006, 7, 861-866. 16.1 552

1905 Ion solvation and water structure in potassium halide aqueous solutions. Biophysical Chemistry,
2006, 124, 180-191. 1.5 273

1906 Accommodation of ethanol, acetone and benzaldehyde by the liquidâ€“vapor interface of water: A
molecular dynamics study. Chemical Physics, 2006, 327, 512-517. 0.9 13

1907 Dipole moments of water molecules confined in Naâ€“LSX zeolites â€“ Molecular dynamics simulations
including polarization of water. Chemical Physics Letters, 2006, 417, 251-255. 1.2 20

1908 Local structural effects on low-frequency vibrational spectrum of liquid water: The
instantaneous-normal-mode analysis. Chemical Physics Letters, 2006, 417, 389-394. 1.2 24

1909 Sum rule constraints on Kubo-transformed correlation functions. Chemical Physics Letters, 2006,
418, 179-184. 1.2 21

1910 Temperature dependence of diffusion properties of soft sticky dipole water. Chemical Physics Letters,
2006, 421, 166-170. 1.2 9

1911 A QM/MM MD simulation study of hydrated Pd2+. Chemical Physics Letters, 2006, 426, 301-305. 1.2 17

1912 Confinement effect on the hydrated electron behaviour. Chemical Physics Letters, 2006, 428, 68-72. 1.2 7

1913 Molecular dynamics study on the vibrational energy relaxation of Oâ€“D stretch of HOD in liquid H2O.
Chemical Physics, 2006, 328, 216-220. 0.9 9

1914 Investigation on a new scleroglucan/borax hydrogel: Structure and drug release. International
Journal of Pharmaceutics, 2006, 322, 13-21. 2.6 26

1915 Nucleation of supercooled water on solid surfaces. International Journal of Refrigeration, 2006, 29,
134-141. 1.8 8

1916 Water adsorption in hydrophobic nanopores: Monte Carlo simulations of water in silicalite.
Microporous and Mesoporous Materials, 2006, 90, 293-298. 2.2 84

1917 Hydrogen bonding in liquid water: An ab initio QM/MM MD simulation study. Journal of Molecular
Liquids, 2006, 123, 61-67. 2.3 63

1918 Study of anomalous mobility of polar molecular solutions by means of the siteâ€“site memory equation
formalism. Journal of Molecular Liquids, 2006, 125, 14-21. 2.3 10

1919 Reorientational dynamics of water in aqueous ionic solutions at supercritical conditions: A
computer simulation study. Journal of Molecular Liquids, 2006, 125, 107-114. 2.3 16

1920 Ion pairing in aqueous calcium chloride solution: Molecular dynamics simulation and diffraction
studies. Journal of Molecular Liquids, 2006, 129, 63-74. 2.3 71

1921 MD simulations of proton transport along a model Nafion surface decorated with sulfonate groups.
Journal of Molecular Liquids, 2006, 129, 92-100. 2.3 48



102

Citation Report

# Article IF Citations

1922 On the re-engineered TIP4P water models for the prediction of vaporâ€“liquid equilibrium. Journal of
Molecular Liquids, 2006, 129, 120-124. 2.3 19

1923 Microscopic structure and gasâ€“gas critical line of the Ar-water system. Physica B: Condensed Matter,
2006, 385-386, 282-284. 1.3 0

1924 Pressure denaturation of apomyoglobin: A molecular dynamics simulation study. Biochimica Et
Biophysica Acta - Proteins and Proteomics, 2006, 1764, 506-515. 1.1 12

1925 The interface response function and melting point of the prism interface of ice Ih using a fluctuating
charge model (TIP4P-FQ). Journal of Crystal Growth, 2006, 293, 78-85. 0.7 25

1926
Structural investigation of waterâ€“acetonitrile mixtures: Small-angle and wide-angle neutron
diffraction study compared to molecular dynamics simulation. Journal of Molecular Liquids, 2006,
125, 174-180.

2.3 31

1927 Structural and dielectric properties of 1,4-dioxane â€“ water mixtures. Journal of Molecular Liquids,
2006, 129, 75-79. 2.3 21

1928 Supercritical water oxidation of o-dichlorobenzene: degradation studies and simulation insights.
Journal of Supercritical Fluids, 2006, 37, 94-101. 1.6 32

1929 An evaluation of non-periodic boundary condition models in molecular dynamics simulations using
prion octapeptides as probes. Computational and Theoretical Chemistry, 2006, 760, 91-98. 1.5 15

1930 Effective Interaction Potentials for Alkali and Alkaline Earth Metal Ions in SPC/E Water and Prediction
of Mean Ion Activity Coefficients. Journal of Physical Chemistry B, 2006, 110, 10878-10887. 1.2 65

1931 Hydration Thermodynamic Properties of Amino Acid Analogues:Â  A Systematic Comparison of
Biomolecular Force Fields and Water Models. Journal of Physical Chemistry B, 2006, 110, 17616-17626. 1.2 305

1932 Solvent reorganization of electron transitions in viscous solvents. Journal of Chemical Physics,
2006, 124, 144510. 1.2 20

1933 Spectral characteristics of aqueous dispersions enriched in oxygen. Russian Journal of General
Chemistry, 2006, 76, 1698-1704. 0.3 0

1934 Computer-aided study of oxygen absorption by water clusters. IR spectra of heteroclusters. Colloid
Journal, 2006, 68, 462-469. 0.5 2

1935 Molecular simulation of an aerosol OT reverse micelle: 1. The shape and structure of a micelle.
Colloid Journal, 2006, 68, 729-737. 0.5 19

1936 Molecular simulation of an aerosol OT reverse micelle: 2. Energy and kinetic characteristics. Colloid
Journal, 2006, 68, 738-742. 0.5 10

1937 Family of tunable spherically symmetric potentials that span the range from hard spheres to waterlike
behavior. Physical Review E, 2006, 73, 051204. 0.8 106

1938 Classical Polarization in Hybrid QM/MM Methods. Journal of Physical Chemistry A, 2006, 110, 6487-6497. 1.1 51

1939 Spatial structure of water over the whole region of short-range ordering. Journal of Structural
Chemistry, 2006, 47, S32-S49. 0.3 4



103

Citation Report

# Article IF Citations

1940 Water-methanol-benzene ternary system. Thermochemical experiment and computer simulation.
Journal of Structural Chemistry, 2006, 47, S66-S72. 0.3 2

1941 Surface Tension Prediction Using Characteristics of the Density Profile Through the Interfacial
Region. International Journal of Thermophysics, 2006, 27, 413-436. 1.0 10

1942 Effects of molecular level surface roughness on electroosmotic flow. Microfluidics and
Nanofluidics, 2006, 3, 33-38. 1.0 54

1943 Study of the influence of temperature on the dynamics of the catalytic cleft in 1,3-1,4-Î²-glucanase by
molecular dynamics simulations. Journal of Molecular Modeling, 2006, 12, 835-845. 0.8 4

1944 Probing the interaction between vesicular stomatitis virus and phosphatidylserine. European
Biophysics Journal, 2006, 35, 145-154. 1.2 43

1945 Interaction between K+ channel gate modifier hanatoxin and lipid bilayer membranes analyzed by
molecular dynamics simulation. European Biophysics Journal, 2006, 35, 373-381. 1.2 27

1946 First and Second Hydration Shell of Ni2+ Studied by Molecular Dynamics Simulations. Theoretical
Chemistry Accounts, 2006, 115, 170-176. 0.5 11

1947 A Theoretical Study of the Hydration of Li+ by Monte Carlo Simulations with Refined Ab Initio Based
Model Potentials. Theoretical Chemistry Accounts, 2006, 115, 177-189. 0.5 25

1948 Ion solvation in aqueous supercritical electrolyte solutions at finite concentrations: a computer
simulation study. Theoretical Chemistry Accounts, 2006, 115, 161-169. 0.5 9

1949
Solvent Effects on the UV (n â†’ Ï€*) and NMR (17O) Spectra of Acetone in Aqueous Solution: Development
and Validation of a Modified AMBER Force Field for an Integrated MD/DFT/PCM Approach. Theoretical
Chemistry Accounts, 2006, 116, 456-461.

0.5 18

1950 Diffusion constant of K+ inside Gramicidin A: A comparative study of four computational methods.
Biophysical Chemistry, 2006, 124, 268-278. 1.5 74

1951 Ab initio molecular dynamics study of the hydration of the formohydroxamate anion. Biophysical
Chemistry, 2006, 124, 222-228. 1.5 9

1952 Effect of pressure on the conformation of proteins. A molecular dynamics simulation of lysozyme.
Journal of Molecular Graphics and Modelling, 2006, 24, 254-261. 1.3 20

1953 Molecular dynamics studies of a model polymerâ€“catalystâ€“carbon interface. Electrochimica Acta,
2006, 51, 5904-5911. 2.6 45

1954 Volumetric behavior of waterâ€“methanol mixtures in the vicinity of the critical region. Fluid Phase
Equilibria, 2006, 245, 125-133. 1.4 11

1955 Computer simulations of surfactant monolayers at solid walls. Journal of Colloid and Interface
Science, 2006, 297, 370-373. 5.0 13

1956 A molecular dynamics study on surface properties of supercooled water. Science in China Series G:
Physics, Mechanics and Astronomy, 2006, 49, 616-625. 0.2 8

1957 A Kirkwood-Buff derived force field for amides. Journal of Computational Chemistry, 2006, 27,
1477-1485. 1.5 69



104

Citation Report

# Article IF Citations

1958 Energy barriers of proton transfer reactions between amino acid side chain analogs and water
fromab initio calculations. Journal of Computational Chemistry, 2006, 27, 1534-1547. 1.5 10

1959 Force Field Evaluation for Biomolecular Simulation: Free Enthalpies of Solvation of Polar and Apolar
Compounds in Various Solvents. ChemPhysChem, 2006, 7, 671-678. 1.0 32

1960 Molecular electrostatic properties of ions in an ionic liquid. Molecular Physics, 2006, 104, 2477-2483. 0.8 43

1961 Modeling Electroosmotic Flow in Nanochannels. , 2006, , 301-330. 1

1962 Assessing the influence of electrostatic schemes on molecular dynamics simulations of secondary
structure forming peptides. Journal of Physics Condensed Matter, 2006, 18, S329-S345. 0.7 20

1963 Local Density Inhomogeneities and Dynamics in Supercritical Water:Â  A Molecular Dynamics Simulation
Approach. Journal of Physical Chemistry B, 2006, 110, 21931-21937. 1.2 40

1964 Hydrogen bond and residence dynamics of ionâ€“water and waterâ€“water pairs in supercritical aqueous
ionic solutions: Dependence on ion size and density. Journal of Chemical Physics, 2006, 125, 234502. 1.2 70

1965 Water flow through carbon nanotube junctions as molecular convergent nozzles. Nanotechnology,
2006, 17, 2794-2804. 1.3 36

1966 An interaction site model integral equation study of molecular fluids explicitly considering the
molecular orientation. Journal of Chemical Physics, 2006, 125, 034509. 1.2 20

1967 A transferable electrostatic map for solvation effects on amide I vibrations and its application to
linear and two-dimensional spectroscopy. Journal of Chemical Physics, 2006, 124, 044502. 1.2 206

1968 Limitations of the rigid planar nonpolarizable models of water. Journal of Chemical Physics, 2006, 124,
074507. 1.2 24

1969 Role of fluctuations in a snug-fit mechanism of KcsA channel selectivity. Journal of Chemical Physics,
2006, 125, 024701. 1.2 44

1970 A molecular dynamics simulation study of buckyballs in water: Atomistic versus coarse-grained
models of C60. Journal of Chemical Physics, 2006, 125, 034502. 1.2 38

1971 Dynamical properties of the soft sticky dipole-quadrupole-octupole water model: A molecular
dynamics study. Journal of Chemical Physics, 2006, 125, 144513. 1.2 41

1972 Quantifying the protein core flexibility through analysis of cavity formation. Journal of Chemical
Physics, 2006, 124, 074704. 1.2 16

1973 Solute size effects on the solvation structure and diffusion of ions in liquid methanol under normal
and cold conditions. Journal of Chemical Physics, 2006, 124, 084507. 1.2 26

1974 Spectral characterization of hydrogen bond network dynamics in water. Journal of Chemical Physics,
2006, 125, 074508. 1.2 10

1975 Self-diffusion of supercritical water in extremely low-density region. Journal of Chemical Physics,
2006, 125, 074307. 1.2 35



105

Citation Report

# Article IF Citations

1976 The behavior of reorientational correlation functions of water at the water-lipid bilayer interface.
Journal of Chemical Physics, 2006, 125, 094713. 1.2 42

1977 Molecular dynamics simulation of glycine zwitterion in aqueous solution. Journal of Chemical
Physics, 2006, 125, 114511. 1.2 58

1978 Computer simulation of two new solid phases of water: Ice XIII and ice XIV. Journal of Chemical
Physics, 2006, 125, 116101. 1.2 15

1979 Temperature and structural changes of water clusters in vacuum due to evaporation. Journal of
Chemical Physics, 2006, 125, 154508. 1.2 59

1980 Correction of apparent finite size effects in the area per lipid of lipid membranes simulations. Journal
of Chemical Physics, 2006, 125, 224711. 1.2 16

1981 Antileukemic Activity of Shepherdin and Molecular Diversity of Hsp90 Inhibitors. Journal of the
National Cancer Institute, 2006, 98, 1068-1077. 3.0 85

1982 Capillary waves at the liquid-vapor interface and the surface tension of water. Journal of Chemical
Physics, 2006, 125, 014702. 1.2 155

1983 A potential model for methane in water describing correctly the solubility of the gas and the
properties of the methane hydrate. Journal of Chemical Physics, 2006, 125, 074510. 1.2 139

1984 Fluidized piston model for molecular dynamics simulations of hydrodynamic flow. Modelling and
Simulation in Materials Science and Engineering, 2006, 14, S9-S20. 0.8 27

1985 Mesoscale modeling of complex binary fluid mixtures: Towards an atomistic foundation of effective
potentials. Journal of Chemical Physics, 2006, 124, 074105. 1.2 40

1986 A comparison of rigid and flexible water models in collisions of monomers and small clusters.
Journal of Chemical Physics, 2006, 125, 094313. 1.2 5

1987 Effect of pressure on the phase behavior and structure of water confined between nanoscale
hydrophobic and hydrophilic plates. Physical Review E, 2006, 73, 041604. 0.8 319

1988 Approaches for the calculation of vibrational frequencies in liquids: Comparison to benchmarks for
azide/water clusters. Journal of Chemical Physics, 2006, 124, 204110. 1.2 66

1989
Study of multipole contributions to the structure of water around ions in solution using the soft
sticky dipole-quadrupole-octupole (SSDQO) model of water. Journal of Chemical Physics, 2006, 124,
174505.

1.2 20

1990 Stretching of hydrogen-bonded OH in the lowest singlet excited electronic state of water dimer.
Journal of Chemical Physics, 2006, 124, 044305. 1.2 47

1991
Quantification and rationalization of the higher affinity of sodium over potassium to protein
surfaces. Proceedings of the National Academy of Sciences of the United States of America, 2006, 103,
15440-15444.

3.3 212

1992 Ion association in aqueous LiCl solutions at high concentration: Predicted results via molecular
simulation. Journal of Chemical Physics, 2006, 124, 154509. 1.2 23

1993 Molecular Dynamics Analysis of High Electric Pulse Effects on Bilayer Membranes Containing DPPC
and DPPS. IEEE Transactions on Plasma Science, 2006, 34, 1405-1411. 0.6 38



106

Citation Report

# Article IF Citations

1994 Gordon Bell finalists II---A 55 TFLOPS simulation of amyloid-forming peptides from yeast prion Sup35
with the special-purpose computer system MDGRAPE-3. , 2006, , . 43

1995 Adding salt to an aqueous solution of t-butanol: Is hydrophobic association enhanced or reduced?.
Journal of Chemical Physics, 2006, 124, 154508. 1.2 17

1996 Hydration force between model hydrophilic surfaces: Computer simulations. Journal of Chemical
Physics, 2006, 124, 101101. 1.2 50

1997 Simulations of biomolecule unbinding from protein using DL_POLY. Molecular Simulation, 2006, 32,
953-961. 0.9 1

1998 The local and intermediate range structures of the five amorphous ices at 80K and ambient pressure: A
Faber-Ziman and Bhatia-Thornton analysis. Journal of Chemical Physics, 2006, 125, 194502. 1.2 117

1999 Effect of size-asymmetric electrolyte on single-file osmosis. Applied Physics Letters, 2006, 89, 064107. 1.5 6

2000 Molecular dynamics study of orientational cooperativity in water. Physical Review E, 2006, 73, 041505. 0.8 72

2001 Spatial hydration structures and dynamics of phenol in sub- and supercritical water. Journal of
Chemical Physics, 2006, 124, 024507. 1.2 28

2002 Structure of 2 molar NaOH in aqueous solution from neutron diffraction and empirical potential
structure refinement. Physical Review B, 2006, 74, . 1.1 75

2003 X-ray absorption spectrum of liquid water from molecular dynamics simulations: Asymmetric model.
Physical Review B, 2006, 73, . 1.1 88

2004 An accurate and simple quantum model for liquid water. Journal of Chemical Physics, 2006, 125, 184507. 1.2 187

2005 Title is missing!. Physics-Uspekhi, 2006, 49, 809. 0.8 27

2006 Ion separation using a Y-junction carbon nanotube. Nanotechnology, 2006, 17, 895-900. 1.3 96

2007 Crystalline water ices. Russian Chemical Reviews, 2006, 75, 57-76. 2.5 70

2008 Coupling nonpolar and polar solvation free energies in implicit solvent models. Journal of Chemical
Physics, 2006, 124, 084905. 1.2 116

2009
Hydrogen bonding and induced dipole moments in water: Predictions from the Gaussian charge
polarizable model and Car-Parrinello molecular dynamics. Journal of Chemical Physics, 2006, 125,
144519.

1.2 36

2010 Microwave heating of water, ice, and saline solution: Molecular dynamics study. Journal of Chemical
Physics, 2007, 126, 034509. 1.2 131

2011 Water adsorption in ion-bearing nanopores. Journal of Chemical Physics, 2007, 126, 024703. 1.2 17



107

Citation Report

# Article IF Citations

2012 Nearest-neighbor oxygen distances in liquid water and ice observed by x-ray Raman based extended
x-ray absorption fine structure. Journal of Chemical Physics, 2007, 127, 174504. 1.2 118

2013 Hydrogen bonding and Raman, IR, and 2D-IR spectroscopy of dilute HOD in liquid D2O. Proceedings of
the National Academy of Sciences of the United States of America, 2007, 104, 14215-14220. 3.3 346

2014 Intermolecular polarizability dynamics of aqueous formamide liquid mixtures studied by molecular
dynamics simulations. Journal of Chemical Physics, 2007, 126, 084504. 1.2 42

2015 Extended study of molecular dynamics simulation of homogeneous vapor-liquid nucleation of water.
Journal of Chemical Physics, 2007, 127, 214507. 1.2 49

2016 Lattice model of equilibrium polymerization. VI. Measures of fluid â€œcomplexityâ€• and search for
generalized corresponding states. Journal of Chemical Physics, 2007, 127, 224901. 1.2 26

2017 Effects of lengthscales and attractions on the collapse of hydrophobic polymers in water.
Proceedings of the National Academy of Sciences of the United States of America, 2007, 104, 733-738. 3.3 113

2018 Liquid polymorphism and density anomaly in a three-dimensional associating lattice gas. Journal of
Chemical Physics, 2007, 126, 064503. 1.2 26

2019 Interface between platinum(111) and liquid isopropanol (2-propanol): A model for molecular dynamics
studies. Journal of Chemical Physics, 2007, 126, 074702. 1.2 23

2020 Theoretical study on the sound absorption of electrolytic solutions. I. Theoretical formulation.
Journal of Chemical Physics, 2007, 126, 144505. 1.2 13

2021
Quantum molecular dynamics of hydrogen bonded complexes of rigid molecules using the
semiclassical initial value representation in Cartesian coordinates. Journal of Chemical Physics, 2007,
127, 054105.

1.2 12

2022 Application of the level-set method to the implicit solvation of nonpolar molecules. Journal of
Chemical Physics, 2007, 127, 084503. 1.2 81

2023 Effect of oxidation on the wettability of poly(dimethylsiloxane) surfaces. Journal of Chemical
Physics, 2007, 127, 114701. 1.2 29

2024 A theoretical study on the frequency-dependent electric conductivity of electrolyte solutions.
Journal of Chemical Physics, 2007, 127, 234501. 1.2 28

2025 Formation of rodlike structures of water between oppositely charged ions in decane and
polyethylene. Journal of Chemical Physics, 2007, 127, 191101. 1.2 2

2026 Solvent-averaged potentials for alkali-, earth alkali-, and alkylammonium halide aqueous solutions.
Journal of Chemical Physics, 2007, 127, 234508. 1.2 8

2027 Adaptive resolution simulation of liquid water. Journal of Physics Condensed Matter, 2007, 19, 292201. 0.7 85

2028 Computer Aided Drug Design Approaches to Develop Cyclooxygenase Based Novel Anti-Inflammatory
and Anti-Cancer Drugs. Current Pharmaceutical Design, 2007, 13, 3505-3517. 0.9 40

2029
Anisotropic Character of Talc Surfaces as Revealed by Streaming Potential Measurements, Atomic
Force Microscopy, Molecular Dynamics Simulations and Contact Angle Measurements. Canadian
Metallurgical Quarterly, 2007, 46, 227-235.

0.4 27



108

Citation Report

# Article IF Citations

2030
Effect of Modified Dextrins on the Depression of Talc and Their Selectivity in Sulphide Mineral
Flotation: Adsorption Isotherms, AFM Imaging and Flotation Studies. Canadian Metallurgical
Quarterly, 2007, 46, 349-358.

0.4 13

2031 Solubility of KF and NaCl in water by molecular simulation. Journal of Chemical Physics, 2007, 126,
014507. 1.2 107

2032 Influence of bond flexibility on the vapor-liquid phase equilibria of water. Journal of Chemical
Physics, 2007, 126, 044701. 1.2 42

2033 Relevance of hydrogen bond definitions in liquid water. Journal of Chemical Physics, 2007, 126, 054503. 1.2 82

2034 Free energy of liquid water from a computer simulation via cell theory. Journal of Chemical Physics,
2007, 126, 064504. 1.2 72

2035 Monte Carlo simulations of equilibrium solubilities and structure of water in n-alkanes and
polyethylene. Journal of Chemical Physics, 2007, 126, 224902. 1.2 25

2036 Dynamical effects in line shapes for coupled chromophores: Time-averaging approximation. Journal of
Chemical Physics, 2007, 127, 104105. 1.2 88

2037 Toward a statistical mechanical theory for water: Analytical theory for a short-ranged reference
system. Journal of Chemical Physics, 2007, 127, 124508. 1.2 18

2038 Dissociative electron attachment to the hydrogen-bound OH in water dimer through the lowest
anionic Feshbach resonance. Journal of Chemical Physics, 2007, 127, 194309. 1.2 6

2039 Numerical Study of Vibrational Energy Relaxation of OH Bending in Liquid H2O. Chinese Journal of
Chemical Physics, 2007, 20, 541-546. 0.6 5

2040 Atomistic Simulations of Hydrated Nafion and Temperature Effects on Hydronium Ion Mobility.
Journal of Physical Chemistry B, 2007, 111, 7234-7244. 1.2 212

2041 Water absorption in polyethylene under external electric fields. Journal of Chemical Physics, 2007,
127, 024902. 1.2 1

2042 Molecular dynamics simulation of ice nanocluster in supercooled water. Molecular Physics, 2007,
105, 2211-2216. 0.8 6

2043 Ions in water: From ion clustering to crystal nucleation. Physical Review E, 2007, 76, 061505. 0.8 64

2044 Metabasin dynamics and local structure in supercooled water. Physical Review E, 2007, 75, 041501. 0.8 33

2045 Surface tension of the most popular models of water by using the test-area simulation method.
Journal of Chemical Physics, 2007, 126, 154707. 1.2 635

2046 Ion-Specific Anomalous Electrokinetic Effects in Hydrophobic Nanochannels. Physical Review Letters,
2007, 98, 177801. 2.9 74

2047 Dipole-Quadrupole Force Ratios Determine the Ability of Potential Models to Describe the Phase
Diagram of Water. Physical Review Letters, 2007, 98, 237801. 2.9 69



109

Citation Report

# Article IF Citations

2048 Hybrid approach for free energy calculations with high-level methods: Application to the SN2
reaction of CHCl3 and OHâˆ’ in water. Journal of Chemical Physics, 2007, 127, 051102. 1.2 70

2049 Interface dynamics of microscopic cavities in water. Journal of Chemical Physics, 2007, 126, 194504. 1.2 18

2050 A comparison of vanadate to a 2'-5' linkage at the active site of a small ribozyme suggests a role for
water in transition-state stabilization. Rna, 2007, 13, 1052-1070. 1.6 48

2051
Solvent coarse-graining and the string method applied to the hydrophobic collapse of a hydrated
chain. Proceedings of the National Academy of Sciences of the United States of America, 2007, 104,
14559-14564.

3.3 155

2052 Solvent reaction field potential inside an uncharged globular protein: A bridge between implicit and
explicit solvent models?. Journal of Chemical Physics, 2007, 127, 155101. 1.2 36

2053 Theoretical analysis on changes in thermodynamic quantities upon protein folding: Essential role of
hydration. Journal of Chemical Physics, 2007, 126, 225102. 1.2 75

2054
Diffusion of Water in a Synthetic Clay with Tetrahedral Charges by Combined Neutron Time-of-Flight
Measurements and Molecular Dynamics Simulations. Journal of Physical Chemistry C, 2007, 111,
9818-9831.

1.5 71

2055 Molecular understanding of dynamical properties of the vapor/ethanol-aqueous-solution interface.
Molecular Simulation, 2007, 33, 139-145. 0.9 1

2056 New Approaches to Empirical Force Fields. Reviews in Computational Chemistry, 2007, , 99-164. 1.5 63

2057
Interfacial Water Structure and Surface Charge of Selected Alkali Chloride Salt Crystals in Saturated
Solutions:â€‰ A Molecular Dynamics Modeling Study. Journal of Physical Chemistry C, 2007, 111,
10013-10022.

1.5 49

2058 Dehydration-driven solvent exposure of hydrophobic surfaces as a driving force in peptide folding.
Proceedings of the National Academy of Sciences of the United States of America, 2007, 104, 15230-15235. 3.3 72

2059 On the influence of solute polarizability on the hydrophobic interaction. Journal of Chemical
Physics, 2007, 126, 044501. 1.2 29

2060 Computer Simulation of Water Physisorption at Metal-Water Interfaces. Reviews in Computational
Chemistry, 2007, , 137-205. 1.5 5

2061 Investigation of Atomistic Scale Transport Phenomena of the Proton Exchange Membrane Fuel Cell.
Journal of Fuel Cell Science and Technology, 2007, 4, 474-480. 0.8 9

2063 Enhanced Heating of Salty Ice and Water Under Microwaves: Molecular DynamicsStudy. Journal of
Microwave Power and Electromagnetic Energy, 2007, 42, 62-69. 0.4 8

2064 Molecular Dynamics with General Holonomic Constraints and Application to Internal Coordinate
Constraints. Reviews in Computational Chemistry, 2007, , 75-136. 1.5 7

2065 Molecular-Based Modeling of Water and Aqueous Solutions at Supercritical Conditions. Advances in
Chemical Physics, 2007, , 115-205. 0.3 61

2066 Free Energy Calculations: Use and Limitations in Predicting Ligand Binding Affinities. Reviews in
Computational Chemistry, 2007, , 217-304. 1.5 38



110

Citation Report

# Article IF Citations

2067 Ab initio molecular dynamics study of manganese porphine hydration and interaction with nitric
oxide. Journal of Chemical Physics, 2007, 126, 024501. 1.2 12

2068 Modelling studies of water in crystalline nanoporous aluminosilicates. Physical Chemistry Chemical
Physics, 2007, 9, 226-245. 1.3 54

2069
Solvation shell dynamics studied by molecular dynamics simulation in relation to the translational
and rotational dynamics of supercritical water and benzene. Journal of Chemical Physics, 2007, 127,
174509.

1.2 24

2070 The Three-Dimensional Structure of Water Confined in Nanoporous Vycor Glass. Journal of Physical
Chemistry B, 2007, 111, 5610-5620. 1.2 72

2071 Molecular Dynamics Study of Water Adsorption on TiO2Nanoparticles. Journal of Physical Chemistry
C, 2007, 111, 6920-6926. 1.5 84

2072 Evidence for Sevenfold Coordination in the First Solvation Shell of Hg(II) Aqua Ion. Journal of the
American Chemical Society, 2007, 129, 5430-5436. 6.6 78

2073 Free energies of carbon dioxide sequestration and methane recovery in clathrate hydrates. Journal of
Chemical Physics, 2007, 127, 124510. 1.2 75

2074 Empirical Force Fields. Biological and Medical Physics Series, 2007, , 45-69. 0.3 2

2075 Mapping von Willebrand factor A domain binding sites on a snake venom metalloproteinase
cysteine-rich domain. Archives of Biochemistry and Biophysics, 2007, 457, 41-46. 1.4 34

2076 Transmembrane helices of membrane proteins may flex to satisfy hydrophobic mismatch. Biochimica Et
Biophysica Acta - Biomembranes, 2007, 1768, 530-537. 1.4 53

2077 Interfacial interactions of glutamate, water and ions with carbon nanopore evaluated by molecular
dynamics simulations. Biochimica Et Biophysica Acta - Biomembranes, 2007, 1768, 2319-2341. 1.4 8

2078 MD and NMR studies of Î±-bungarotoxin surface accessibility. Biochemical and Biophysical Research
Communications, 2007, 356, 114-117. 1.0 14

2079 Measurements and modelling of interfacial tension for water+carbon dioxide systems at elevated
pressures. Computational Materials Science, 2007, 38, 506-513. 1.4 133

2080 Complexation of Cu+ in Hydrothermal NaCl Brines: Ab initio molecular dynamics and energetics.
Geochimica Et Cosmochimica Acta, 2007, 71, 714-722. 1.6 67

2081 Molecular dynamics simulations of kinetic isotope fractionation during the diffusion of ionic species
in liquid water. Geochimica Et Cosmochimica Acta, 2007, 71, 5583-5589. 1.6 62

2082 Water and ions in clays: Unraveling the interlayer/micropore exchange using molecular dynamics.
Geochimica Et Cosmochimica Acta, 2007, 71, 5089-5101. 1.6 135

2083 Disorder in ice polymorphs: A Monte Carlo simulation study. Journal of Non-Crystalline Solids, 2007,
353, 2698-2707. 1.5 2

2084 Classical interaction model for the water molecule. Journal of Chemical Physics, 2007, 126, 184508. 1.2 15



111

Citation Report

# Article IF Citations

2085 Effects of Water Model and Simulation Box Size on Protein Diffusional Motions. Journal of Physical
Chemistry B, 2007, 111, 11870-11872. 1.2 42

2086
Calculation of the Free Energy of Polarization:â€‰ Quantifying the Effect of Explicitly Treating
Electronic Polarization on the Transferability of Force-Field Parameters. Journal of Physical
Chemistry B, 2007, 111, 6425-6436.

1.2 46

2087 Protein-Folding Dynamics: Overview of Molecular Simulation Techniques. Annual Review of Physical
Chemistry, 2007, 58, 57-83. 4.8 329

2088 Connection of translational and rotational dynamical heterogeneities with the breakdown of the
Stokes-Einstein and Stokes-Einstein-Debye relations in water. Physical Review E, 2007, 76, 031203. 0.8 166

2089 Effect of Field Direction on Electrowetting in a Nanopore. Journal of the American Chemical Society,
2007, 129, 2504-2510. 6.6 175

2090 Development of New Cd2+and Pb2+Lennard-Jones Parameters for Liquid Simulations. Journal of
Physical Chemistry B, 2007, 111, 2219-2224. 1.2 38

2091 Solvation Structure of Ions in Water. International Journal of Thermophysics, 2007, 28, 536-543. 1.0 22

2092 Integral equation study of hydrophobic interaction: A comparison between the simple point charge
model for water and a Lennard-Jones model for solvent. Journal of Chemical Physics, 2007, 126, 144508. 1.2 10

2093 Ab initiomolecular dynamics study of ascorbic acid in aqueous solution. Molecular Physics, 2007, 105,
17-23. 0.8 14

2094 Properties of ices at 0 K: A test of water models. Journal of Chemical Physics, 2007, 127, 154518. 1.2 32

2095 Numerical Simulation in Molecular Dynamics. , 2007, , . 4

2096 Toward the Prediction of Organic Hydrate Crystal Structures. Journal of Chemical Theory and
Computation, 2007, 3, 1597-1608. 2.3 52

2097 Comparison of models with distributed polarizable sites for describing water clusters. Molecular
Physics, 2007, 105, 2681-2696. 0.8 42

2098 Water Permeation through a Subnanometer Boron Nitride Nanotube. Journal of the American
Chemical Society, 2007, 129, 2748-2749. 6.6 205

2099 Computer Simulation of Methane Hydrate Cage Occupancy. Journal of Physical Chemistry B, 2007, 111,
2886-2890. 1.2 59

2100 Monte Carlo Simulations of Lennard-Jones Nonionic Surfactant Adsorption at the Liquid/Vapor
Interface. Langmuir, 2007, 23, 1835-1844. 1.6 18

2101 The Water Forcefield:â€‰ Importance of Dipolar and Quadrupolar Interactions. Journal of Physical
Chemistry C, 2007, 111, 15811-15822. 1.5 54

2102 Molecular dynamics study of the stability of methane structure H clathrate hydrates. Journal of
Chemical Physics, 2007, 126, 124708. 1.2 40



112

Citation Report

# Article IF Citations

2103 Preferential Solvation in Urea Solutions at Different Concentrations:Â  Properties from Simulation
Studies. Journal of Physical Chemistry B, 2007, 111, 5233-5242. 1.2 92

2104 Pressure dependence of the compressibility of a micelle and a protein: insights from cavity formation
analysis. Molecular Physics, 2007, 105, 189-199. 0.8 9

2105 The Effects of Dissolved Halide Anions on Hydrogen Bonding in Liquid Water. Journal of the American
Chemical Society, 2007, 129, 13847-13856. 6.6 416

2106 New Forcefields for Modeling Biomineralization Processes. Journal of Physical Chemistry C, 2007, 111,
11943-11951. 1.5 119

2107 Molecular Aggregates in Aqueous Solutions of Bile Acid Salts. Molecular Dynamics Simulation Study.
Journal of Physical Chemistry B, 2007, 111, 9886-9896. 1.2 132

2108 Application of Ewald summations to long-range dispersion forces. Journal of Chemical Physics, 2007,
127, 144711. 1.2 141

2109 Kinetics of NaCl nucleation in supercritical water investigated by molecular dynamics simulations.
Physical Chemistry Chemical Physics, 2007, 9, 3251-3260. 1.3 25

2110 Nonideality in diffusion of ionic and hydrophobic solutes and pair dynamics in water-acetone
mixtures of varying composition. Journal of Chemical Physics, 2007, 127, 024503. 1.2 21

2111 Hydration Behavior under Confinement by Nanoscale Surfaces with Patterned Hydrophobicity and
Hydrophilicity. Journal of Physical Chemistry C, 2007, 111, 1323-1332. 1.5 224

2112 Hydrogen bonding definitions and dynamics in liquid water. Journal of Chemical Physics, 2007, 126,
204107. 1.2 576

2113 Molecular dynamics simulations of ion distribution in nanochannels. Molecular Simulation, 2007, 33,
959-963. 0.9 12

2114 Hydration Structure and Interfacial Properties of Water near a Hydrophobic Solute from a
Fundamental Measure Density Functional Theory. Journal of Physical Chemistry C, 2007, 111, 15823-15831. 1.5 18

2115 Ion Pairing as a Possible Clue for Discriminating between Sodium and Potassium in Biological and
Other Complex Environments. Journal of Physical Chemistry B, 2007, 111, 14077-14079. 1.2 80

2116 On the properties of aqueous amide solutions through classical molecular dynamics simulations.
Molecular Simulation, 2007, 33, 925-938. 0.9 7

2117 Dynamics and structure of nickel chlorideâ€“methanol solutions: quasi-elastic neutron scattering and
molecular dynamics simulations. Journal of Physics Condensed Matter, 2007, 19, 415120. 0.7 5

2118 Unravelling the solvent response to neutral and charged solutes. Molecular Physics, 2007, 105, 1-16. 0.8 98

2119 Molecular Simulation of the Phase Behavior of Water Confined in Silica Nanopores. Journal of
Physical Chemistry C, 2007, 111, 7938-7946. 1.5 68

2120 The melting point of hexagonal ice (Ih) is strongly dependent on the quadrupole of the water models.
Physical Chemistry Chemical Physics, 2007, 9, 2775. 1.3 30



113

Citation Report

# Article IF Citations

2121 Water self-diffusion through narrow oxygenated carbon nanotubes. Nanotechnology, 2007, 18,
475704. 1.3 69

2122 Spatial correlation of dipole fluctuations in liquid water. Molecular Physics, 2007, 105, 1411-1417. 0.8 25

2123 Consequences of chain networks on thermodynamic, dielectric and structural properties for liquid
water. Physical Chemistry Chemical Physics, 2007, 9, 83-91. 1.3 35

2124 Dynamics of Water in the Hydration Shells of C60:â€‰ Molecular Dynamics Simulation Using a
Coarse-Grained Model. Journal of Physical Chemistry B, 2007, 111, 10474-10480. 1.2 27

2125 Study on the Structure of Hostâˆ’Guest Supramolecular Polymers. Macromolecules, 2007, 40,
5899-5906. 2.2 22

2126
How Do Trehalose, Maltose, and Sucrose Influence Some Structural and Dynamical Properties of
Lysozyme? Insight from Molecular Dynamics Simulations. Journal of Physical Chemistry B, 2007, 111,
9410-9420.

1.2 110

2127 How much carbon dioxide can be stored in the structure H clathrate hydrates?: A molecular dynamics
study. Journal of Chemical Physics, 2007, 126, 044703. 1.2 31

2128 Common Features of Orientational Order at the Temperature of Maximum Density for Various Water
Models:â€‰ Molecular Dynamics Study. Journal of Physical Chemistry B, 2007, 111, 9897-9899. 1.2 9

2129 Aqueous Urea Solutions:Â  Structure, Energetics, and Urea Aggregation. Journal of Physical Chemistry
B, 2007, 111, 6220-6228. 1.2 204

2130 Study of Temperature Effect on Far-Infrared Spectra of Liquid H2O and D2O by Analytical Theory and
Molecular Dynamic Simulations. Journal of Physical Chemistry A, 2007, 111, 5599-5606. 1.1 14

2131 Density Depletion at Solidâˆ’Liquid Interfaces:Â  a Neutron Reflectivity Study. Langmuir, 2007, 23, 598-608. 1.6 107

2132 Molecular Models of Water: Derivation and Description. Reviews in Computational Chemistry, 2007, ,
183-247. 1.5 77

2133
Molecular Solvation in Waterâˆ’Methanol and Waterâˆ’Sorbitol Mixtures:Â  The Roles of Preferential
Hydration, Hydrophobicity, and the Equation of State. Journal of Physical Chemistry B, 2007, 111,
4467-4476.

1.2 23

2134 Virial Coefficients of Polarizable Water:â€‰ Applications to Thermodynamic Properties and Molecular
Clustering. Journal of Physical Chemistry C, 2007, 111, 16021-16027. 1.5 50

2135 Adsorption States of Amphipatic Solutes at the Surface of Naturally Hydrophobic Minerals:â€‰ A
Molecular Dynamics Simulation Study. Langmuir, 2007, 23, 11587-11596. 1.6 43

2136 Molecular Dynamics of Ice-Nanotube Formation Inside Carbon Nanotubes. Journal of Physical
Chemistry C, 2007, 111, 12188-12193. 1.5 55

2137 Effect of Surface Polarity on Water Contact Angle and Interfacial Hydration Structure. Journal of
Physical Chemistry B, 2007, 111, 9581-9587. 1.2 416

2138 Mechanical Stabilization Effect of Water on a Membrane-like System. Journal of the American
Chemical Society, 2007, 129, 2636-2641. 6.6 9



114

Citation Report

# Article IF Citations

2139
Structural and Dynamical Properties of the Water Molecules Confined in Dense Clay Sediments:â€‰ a
Study Combining 2H NMR Spectroscopy and Multiscale Numerical Modeling. Journal of Physical
Chemistry C, 2007, 111, 5441-5453.

1.5 60

2140
On the Calculation of Atomic Forces in Classical Simulation Using the Charge-on-Spring Method To
Explicitly Treat Electronic Polarization. Journal of Chemical Theory and Computation, 2007, 3,
2128-2137.

2.3 40

2141 Computational Studies of Structure and Dynamics of Clathrate Inhibitor Monomers in Solution.
Industrial &amp; Engineering Chemistry Research, 2007, 46, 131-142. 1.8 6

2142 Molecular Simulation of Silica/Surfactant Self-Assembly in the Synthesis of Periodic Mesoporous
Silicas. Journal of the American Chemical Society, 2007, 129, 15414-15415. 6.6 41

2143 Direct Comparisons of Experimental and Calculated Neutron Structure Factors of Pure Solvents as a
Method for Force Field Validation. Journal of Physical Chemistry B, 2007, 111, 12941-12944. 1.2 14

2144
Three-Dimensional Distribution Function Theory for the Prediction of Proteinâˆ’Ligand Binding Sites
and Affinities:â€‰ Application to the Binding of Noble Gases to Hen Egg-White Lysozyme in Aqueous
Solution. Journal of Physical Chemistry B, 2007, 111, 11585-11591.

1.2 41

2145 Theoretical Study of Aqueous Solvation of K<sup>+</sup> Comparing ab Initio, Polarizable, and
Fixed-Charge Models. Journal of Chemical Theory and Computation, 2007, 3, 2068-2082. 2.3 87

2146 H<sub>3</sub>O<sup>+</sup>Cl<sup>-</sup> Pair Association in Steam and Highly Compressible
Aqueous Environments. Journal of Physical Chemistry C, 2007, 111, 15569-15574. 1.5 12

2147 Molecular Dynamics Simulations of Cu(II) and the PHGGGWGQ Octapeptide. Journal of Physical
Chemistry B, 2007, 111, 10529-10537. 1.2 18

2148
Effect of Methane Adsorption on the Lifetime of a Dodecahedral Water Cluster Immersed in Liquid
Water:â€‰ A Molecular Dynamics Study on the Hydrate Nucleation Mechanisms. Journal of Physical
Chemistry C, 2007, 111, 2595-2606.

1.5 70

2149 Equation of State, Thermal Expansion Coefficient, and Isothermal Compressibility for Ices Ih, II, III, V,
and VI, as Obtained from Computer Simulationâ€ . Journal of Physical Chemistry C, 2007, 111, 15877-15888. 1.5 39

2150 Higher-Order Virial Coefficients of Water Models. Journal of Physical Chemistry B, 2007, 111,
11463-11473. 1.2 78

2151 Structure and Interaction in Aqueous Ureaâˆ’Trimethylamine-N-oxide Solutions. Journal of the
American Chemical Society, 2007, 129, 4476-4482. 6.6 146

2152 Rapid Estimation of Relative Proteinâˆ’Ligand Binding Affinities Using a High-Throughput Version of
MM-PBSA. Journal of Chemical Information and Modeling, 2007, 47, 1493-1503. 2.5 58

2153 Adsorption of Octyl Cyanide at the Free Water Surface as Studied by Monte Carlo Simulation. Journal
of Physical Chemistry B, 2007, 111, 5885-5895. 1.2 5

2154 Modeling Induction Phenomena in Intermolecular Interactions with an Ab Initio Force Field. Journal
of Chemical Theory and Computation, 2007, 3, 1914-1926. 2.3 34

2155 Molecular Dynamics of Organophosphorous Hydrolases Bound to the Nerve Agent Soman. Journal of
Chemical Theory and Computation, 2007, 3, 1569-1579. 2.3 19

2156 Interfacial Water at Hydrophobic and Hydrophilic Surfaces:â€‰ Depletion versus Adsorption. Langmuir,
2007, 23, 8417-8429. 1.6 144



115

Citation Report

# Article IF Citations

2157 Simulating Water with the Self-Consistent-Charge Density Functional Tight Binding Method:Â  From
Molecular Clusters to the Liquid Stateâ€ . Journal of Physical Chemistry A, 2007, 111, 5685-5691. 1.1 79

2158 Computational Approaches in Molecular Recognition, Self-assembly, Electron Transport, and Surface
Chemistry. Supramolecular Chemistry, 2007, 19, 229-241. 1.5 10

2159 Dynamical properties of liquid water from ab initio molecular dynamics performed in the complete
basis set limit. Journal of Chemical Physics, 2007, 126, 164501. 1.2 232

2160 Percolation Transition in Supercritical Water: A Monte Carlo Simulation Study. Journal of Physical
Chemistry B, 2007, 111, 7603-7609. 1.2 36

2161 How Protein Surfaces Induce Anomalous Dynamics of Hydration Water. Journal of Physical Chemistry
B, 2007, 111, 7584-7590. 1.2 221

2162
Dynamics and Structure of Hydration Water on Rutile and Cassiterite Nanopowders Studied by
Quasielastic Neutron Scattering and Molecular Dynamics Simulations. Journal of Physical Chemistry
C, 2007, 111, 4328-4341.

1.5 132

2163 Molecular Computational Investigation of Electron-Transfer Kinetics Across Cytochromeâˆ’Iron Oxide
Interfaces. Journal of Physical Chemistry C, 2007, 111, 11363-11375. 1.5 61

2164 Stability of Different Zinc(II)âˆ’Diamine Complexes in Aqueous Solution with Respect to Structure and
Dynamics:Â  A QM/MM MD Study. Journal of Physical Chemistry B, 2007, 111, 151-158. 1.2 21

2165 Structural and Dynamic Properties of Concentrated Alkali Halide Solutions:Â  A Molecular Dynamics
Simulation Study. Journal of Physical Chemistry B, 2007, 111, 209-217. 1.2 117

2166 Temperature-Induced Conformational Transition of a Model Elastin-like Peptide GVG(VPGVG)3in Water.
Biomacromolecules, 2007, 8, 2196-2202. 2.6 37

2167 Molecular Dynamics Simulations of Bilayers Containing Mixtures of Sphingomyelin with Cholesterol
and Phosphatidylcholine with Cholesterol. Journal of Physical Chemistry B, 2007, 111, 12888-12897. 1.2 57

2168 Intrinsic Structure and Dynamics of the Water/Nitrobenzene Interface. Journal of Physical Chemistry
C, 2007, 111, 17612-17626. 1.5 113

2169
Interplay of Intrinsic, Environmental, and Dynamic Effects in Tuning the EPR Parameters of Nitroxides:â€‰
Further Insights from an Integrated Computational Approach. Journal of Physical Chemistry B, 2007,
111, 8928-8939.

1.2 54

2170 Tutorial: Molecular Dynamics Simulations of Microstructure and Transport Phenomena in Glassy
Polymers. Soft Materials, 2007, 4, 15-83. 0.8 46

2171 The Dewetting Transition and The Hydrophobic Effect. Journal of the American Chemical Society, 2007,
129, 4847-4852. 6.6 139

2172
Molecular dynamics simulations suggest a mechanism for translocation of the HIV-1 TAT peptide
across lipid membranes. Proceedings of the National Academy of Sciences of the United States of
America, 2007, 104, 20805-20810.

3.3 395

2173 Formation of mesoscopic water networks in aqueous systems. Physical Chemistry Chemical Physics,
2007, 9, 1341-1346. 1.3 37

2174
Combined QM/MM Molecular Dynamics Study on a Condensed-Phase SN2 Reaction at Nitrogen:â€‰ The
Effect of Explicitly Including Solvent Polarization. Journal of Chemical Theory and Computation,
2007, 3, 1499-1509.

2.3 52



116

Citation Report

# Article IF Citations

2175 Electrowetting at the Nanoscale. Journal of Physical Chemistry C, 2007, 111, 505-509. 1.5 137

2176 Molecular Dynamics Study of Gasâˆ’Liquid Aqueous Sodium Halide Interfaces. I. Flexible and Polarizable
Molecular Modeling and Interfacial Properties. Journal of Physical Chemistry C, 2007, 111, 721-737. 1.5 150

2177 Multiscale Coarse-Graining of Monosaccharides. Journal of Physical Chemistry B, 2007, 111, 11566-11575. 1.2 86

2178 Dynamics of Water in Solvation Shells and Intersolute Regions of C60:â€‰ A Molecular Dynamics
Simulation Study. Journal of Physical Chemistry C, 2007, 111, 2565-2572. 1.5 48

2179 Analysis ofneo-pentaneâ€“urea pair potentials of mean force in aqueous urea. Molecular Physics, 2007,
105, 33-39. 0.8 9

2180 Electric Double Layer at Metal Oxide Surfaces:Â  Static Properties of the Cassiteriteâˆ’Water Interface.
Langmuir, 2007, 23, 4925-4937. 1.6 63

2181 Electric Double Layer at the Rutile (110) Surface. 3. Inhomogeneous Viscosity and Diffusivity
Measurement by Computer Simulations. Journal of Physical Chemistry C, 2007, 111, 3071-3079. 1.5 78

2182 Morphology of Bile Salt Micelles as Studied by Computer Simulation Methods. Langmuir, 2007, 23,
12322-12328. 1.6 84

2183 Effect of the Barometric Phase Transition of a DMPA Bilayer on the Lipid/Water Interface. An Atomistic
Description by Molecular Dynamics Simulation. Journal of Physical Chemistry B, 2007, 111, 13726-13733. 1.2 1

2184 Classical Molecular Dynamics of Clathrateâˆ’Methaneâˆ’Waterâˆ’Kinetic Inhibitor Composite Systemsâ€ .
Journal of Physical Chemistry C, 2007, 111, 15554-15564. 1.5 33

2185 Structured and viscous water in subnanometer gaps. Physical Review B, 2007, 75, . 1.1 276

2187 Investigations on the structure of dimethyl sulfoxide and acetone in aqueous solution. Journal of
Chemical Physics, 2007, 127, 174515. 1.2 62

2188 Water Diffusion in a Synthetic Hectorite Clay Studied by Quasi-elastic Neutron Scattering. Journal of
Physical Chemistry C, 2007, 111, 17603-17611. 1.5 79

2189 Effects of Confinement on Water Structure and Dynamics:â€‰ A Molecular Simulation Study. Journal of
Physical Chemistry C, 2007, 111, 1709-1715. 1.5 105

2190 Wetting transition of water on graphite: Monte Carlo simulations. Physical Review B, 2007, 76, . 1.1 37

2191 Joint structure refinement of x-ray and neutron diffraction data on disordered materials: application
to liquid water. Journal of Physics Condensed Matter, 2007, 19, 335206. 0.7 158

2192 Microtubule Stability Studied by Three-Dimensional Molecular Theory of Solvation. Biophysical
Journal, 2007, 92, 394-403. 0.2 57

2193 The cPLA2 C2Î± Domain in Solution: Structure and Dynamics of Its Ca2+-activated and Cation-Free States.
Biophysical Journal, 2007, 92, 966-976. 0.2 7



117

Citation Report

# Article IF Citations

2194 Phosphatidic Acid Domains in Membranes: Effect of Divalent Counterions. Biophysical Journal, 2007,
92, 2806-2818. 0.2 81

2195 Molecular Dynamics Simulations of SOPS and Sphingomyelin Bilayers Containing Cholesterol.
Biophysical Journal, 2007, 92, 1284-1295. 0.2 47

2196 Effects of Serine-to-Cysteine Mutations on Î²-Lactamase Folding. Biophysical Journal, 2007, 93, 1707-1718. 0.2 26

2197 Effect of Ions on the Hydrophobic Interaction between Two Plates. Journal of the American Chemical
Society, 2007, 129, 4678-4686. 6.6 223

2198 Molecular dynamics simulations of surfactant and nanoparticle self-assembly at liquidâ€“liquid
interfaces. Journal of Physics Condensed Matter, 2007, 19, 375109. 0.7 63

2199 Are many-body electronic polarization effects important in liquid water?. Journal of Chemical Physics,
2007, 126, 124505. 1.2 45

2200 Structure and Hydration ofl-Proline in Aqueous Solutions. Journal of Physical Chemistry B, 2007, 111,
4568-4580. 1.2 70

2201 Polarizable and flexible model for ethanol. Journal of Chemical Physics, 2007, 126, 214502. 1.2 15

2202 Molecular Dynamics Simulations of Proteins:â€‰ Can the Explicit Water Model Be Varied?. Journal of
Chemical Theory and Computation, 2007, 3, 1550-1560. 2.3 56

2203 Thermal Conductivity of Methane Hydrate from Experiment and Molecular Simulation. Journal of
Physical Chemistry B, 2007, 111, 13194-13205. 1.2 119

2204 Simulation Study of Water Adsorption on Carbon Black:â€‰ The Effect of Graphite Water Interaction
Strength. Journal of Physical Chemistry C, 2007, 111, 5735-5742. 1.5 46

2205 Interaction of Hydrated Amino Acids with Metal Surfaces:â€‰ A Multiscale Modeling Description. Journal
of Physical Chemistry C, 2007, 111, 2631-2642. 1.5 50

2206 Simulated surface tensions of common water models. Journal of Chemical Physics, 2007, 126, 221101. 1.2 183

2207 Pressure Dependence of the Radial Breathing Mode of Carbon Nanotubes: The Effect of Fluid
Adsorption. Physical Review Letters, 2007, 98, 145503. 2.9 48

2208
Dielectric Saturation of the Ion Hydration Shell and Interaction between Two Double Helices of DNA
in Mono- and Multivalent Electrolyte Solutions:Â  Foundations of the Îµ-Modified Poissonâˆ’Boltzmann
Theory. Journal of Physical Chemistry B, 2007, 111, 5264-5276.

1.2 32

2209 Clustering of Lennard-Jones particles in water: Temperature and pressure effects. Journal of Chemical
Physics, 2007, 127, 104502. 1.2 4

2210 Molecular Dynamics Simulations of Type-sII Hydrogen Clathrate Hydrate Close to Equilibrium
Conditions. Journal of Physical Chemistry C, 2007, 111, 13044-13052. 1.5 79

2211 Role of nonadditive forces on the structure and properties of liquid water. Journal of Chemical
Physics, 2007, 127, 154509. 1.2 33



118

Citation Report

# Article IF Citations

2212 Hydration of Molecular Ions:â€‰ A Molecular Dynamics Study with a SPC/E Water Modelâ€ . Journal of
Physical Chemistry C, 2007, 111, 15935-15941. 1.5 24

2213
The performance of non-polarizable and polarizable force-field parameter sets for ethylene glycol in
molecular dynamics simulations of the pure liquid and its aqueous mixtures. Molecular Physics, 2007,
105, 1861-1881.

0.8 53

2214 Hydrophobic Interactions of Xenon by Monte Carlo Simulations. Zeitschrift Fur Physikalische Chemie,
2007, 221, 785-799. 1.4 21

2215 Probing supercritical water with the n-Ï€* transition of acetone: A Monte Carlo/quantum mechanics
study. Journal of Chemical Physics, 2007, 126, 034508. 1.2 21

2216 Structural Order in Water: Comparison between the Spectral Analysis of Raman Data and Molecular
Dynamics Results. AIP Conference Proceedings, 2007, , . 0.3 0

2217 Optical spectroscopic elucidation of Î²-turns in disulfide bridged cyclic tetrapeptides. Biopolymers,
2007, 85, 1-11. 1.2 15

2218 Dynamic Protonation Equilibrium of Solvated Acetic Acid. Angewandte Chemie - International Edition,
2007, 46, 2939-2943. 7.2 17

2220 Ab initio quantum mechanics-based free energy perturbation method for calculating relative
solvation free energies. Journal of Computational Chemistry, 2007, 28, 491-494. 1.5 33

2221
Calculation of relative binding affinities of fructose 1,6-bisphosphatase mutants with adenosine
monophosphate using free energy perturbation method. Journal of Computational Chemistry, 2007, 28,
932-937.

1.5 11

2222 Quantum mechanical charge field molecular dynamics simulation of the TiO2+ ion in aqueous
solution. Journal of Computational Chemistry, 2007, 28, 1704-1710. 1.5 22

2223 Molecular dynamics simulation in the grand canonical ensemble. Journal of Computational Chemistry,
2007, 28, 1763-1773. 1.5 64

2224 Protein Dynamics Tightly Connected to the Dynamics of Surrounding and Internal Water Molecules.
ChemPhysChem, 2007, 8, 23-33. 1.0 97

2225 Different Protonation Equilibria of 4â€•Methylimidazole and Acetic Acid. ChemPhysChem, 2007, 8,
2445-2451. 1.0 6

2226 Docking and molecular dynamics simulation of the Azurinâ€“Cytochrome c551 electron transfer
complex. Journal of Molecular Recognition, 2007, 20, 122-131. 1.1 24

2227 Specific ion effects in physicochemical and biological systems: Simulations, theory and experiments.
Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2007, 303, 110-136. 2.3 78

2228 A molecular dynamics study on liquidâ€“vapor interface adsorbed by impurities. Computers and Fluids,
2007, 36, 69-76. 1.3 16

2229 Cavity size distribution in the interior of globular proteins. Chemical Physics Letters, 2007, 434,
316-319. 1.2 14

2230 Evidence of enhanced local order and clustering in supercooled water near liquidâ€“vapor interface:
Molecular dynamic simulations. Chemical Physics Letters, 2007, 435, 50-53. 1.2 14



119

Citation Report

# Article IF Citations

2231 Cavity thermodynamics and surface tension of water. Chemical Physics Letters, 2007, 442, 307-310. 1.2 10

2232 Chemical potential calculations by thermodynamic integration with separation shifting in adaptive
sampling Monte Carlo simulations. Chemical Physics Letters, 2007, 445, 74-78. 1.2 12

2233 Improved estimates for hydration free energy obtained by the reference interaction site model.
Chemical Physics Letters, 2007, 448, 198-202. 1.2 94

2234 Temperature dependence of protein-hydration hydrodynamics by molecular dynamics simulations.
Biophysical Chemistry, 2007, 130, 55-64. 1.5 3

2235 Modelling water and ion diffusion in clays: A multiscale approach. Comptes Rendus Chimie, 2007, 10,
1108-1116. 0.2 43

2236 Preferential interaction parameters in biological systems by Kirkwoodâ€“Buff theory and computer
simulation. Fluid Phase Equilibria, 2007, 256, 14-19. 1.4 53

2237 An improved fully flexible fixed-point charges model for water from ambient to supercritical
condition. Fluid Phase Equilibria, 2007, 262, 210-216. 1.4 24

2238 Are water simulation models consistent with steady-state and ultrafast vibrational spectroscopy
experiments?. Chemical Physics, 2007, 341, 143-157. 0.9 150

2239 Variation of the transition dipole moment across the OH stretching band of water. Chemical Physics,
2007, 341, 218-229. 0.9 70

2240 Self-assembly and structural characterization of Echinococcus granulosus antigen B recombinant
subunit oligomers. Biochimica Et Biophysica Acta - Proteins and Proteomics, 2007, 1774, 278-285. 1.1 22

2241 Simulations of biomembranes and water: Important technical aspects. Fluid Phase Equilibria, 2007, 261,
18-25. 1.4 25

2242 Simulation of adsorption and separation of ethanolâ€“water mixture with zeolite and carbon
nanotube. Fluid Phase Equilibria, 2007, 261, 191-198. 1.4 48

2243 Excess properties of aqueous mixtures of methanol: Simple models versus experiment. Journal of
Molecular Liquids, 2007, 131-132, 158-162. 2.3 14

2244 Lower virial coefficients of primitive models of polar and associating fluids. Journal of Molecular
Liquids, 2007, 134, 107-110. 2.3 2

2245 Molecular dynamics simulations of freezing of water and salt solutions. Journal of Molecular
Liquids, 2007, 134, 64-70. 2.3 60

2246 Testing the adequacy of simple water models at the opposite ends of the phase diagram. Journal of
Molecular Liquids, 2007, 134, 94-98. 2.3 7

2247 CO2â€“water supercritical mixtures: Test of a potential model against neutron diffraction data.
Journal of Molecular Liquids, 2007, 136, 294-299. 2.3 5

2248
Comparison of different potential models in the calculations of the infrared and polarized Raman
spectra and the transient infrared absorption anisotropy of the OH stretching mode of liquid water.
Journal of Molecular Liquids, 2007, 136, 274-280.

2.3 13



120

Citation Report

# Article IF Citations

2249 Molecular-based equation of state for TIP4P water. Journal of Molecular Liquids, 2007, 136, 310-316. 2.3 10

2250 Test of cold denaturation mechanism for proteins as a function of water's structure. Physica A:
Statistical Mechanics and Its Applications, 2007, 375, 37-43. 1.2 2

2251 Diffusion anomaly in a three-dimensional lattice gas. Physica A: Statistical Mechanics and Its
Applications, 2007, 386, 692-697. 1.2 22

2252 Chemical equilibrium of formaldehyde and methanediol in hot water: Free-energy analysis of the
solvent effect. Journal of Molecular Liquids, 2007, 134, 58-63. 2.3 31

2253 Molecular mechanisms underlying the thermodynamic properties of water. Journal of Molecular
Liquids, 2007, 134, 99-106. 2.3 8

2254 Ice: A fruitful source of information about liquid water. Journal of Molecular Liquids, 2007, 136,
214-220. 2.3 15

2255 Structural and functional behavior of biologically active monomeric melittin. Journal of Molecular
Graphics and Modelling, 2007, 25, 767-772. 1.3 41

2256 Conformation of sulfated galactan and sulfated fucan in aqueous solutions: Implications to their
anticoagulant activities. Journal of Molecular Graphics and Modelling, 2007, 26, 391-399. 1.3 47

2257 P-SHAKE: A quadratically convergent SHAKE in. Journal of Computational Physics, 2007, 220, 740-750. 1.9 87

2258 The structural properties of magainin in water, TFE/water, and aqueous urea solutions: Molecular
dynamics simulations. Proteins: Structure, Function and Bioinformatics, 2007, 67, 931-940. 1.5 24

2259 The investigation of interactions of Îºâ€•Hefutoxin1 with the voltageâ€•gated potassium channels: A
computational simulation. Proteins: Structure, Function and Bioinformatics, 2008, 71, 1441-1449. 1.5 7

2260 Exploring the protein G helix freeâ€•energy surface by solute tempering metadynamics. Proteins:
Structure, Function and Bioinformatics, 2008, 71, 1647-1654. 1.5 68

2261 Hydrophobic Sliding: A Possible Mechanism for Drug Resistance in Human Immunodeficiency Virus Type
1 Protease. Structure, 2007, 15, 225-233. 1.6 78

2262 Adsorption of gas-water binary systems in carbon micropores: Computer simulation. Russian Journal
of Physical Chemistry A, 2007, 81, 1285-1291. 0.1 7

2263 The stability and structure of (N2)j(H2O)i and (Ar)j(H2O)i clusters. Russian Journal of Physical
Chemistry A, 2007, 81, 1825-1828. 0.1 15

2264 IR spectra of aqueous disperse systems adsorbed atmospheric gases: 1. Nitrogen. Colloid Journal, 2007,
69, 474-482. 0.5 2

2265 New model pair potential for water. Effect of inclusion of specific Oâ‹¯H interactions on the topology
and dynamics of the hydrogen-bond network. Russian Journal of General Chemistry, 2007, 77, 1700-1707. 0.3 1

2266 Structure and Dynamics of Water on Aqueous Barium Ion and the {001} Barite Surface. Journal of
Physical Chemistry C, 2007, 111, 16387-16391. 1.5 34



121

Citation Report

# Article IF Citations

2267
Quantifying the Hydrophobic Effect. 1. A Computer Simulationâˆ’Molecular-Thermodynamic Model for
the Self-Assembly of Hydrophobic and Amphiphilic Solutes in Aqueous Solution. Journal of Physical
Chemistry B, 2007, 111, 1025-1044.

1.2 42

2268 A Singlet-RISM Theory for Solid/Liquid Interfaces Part I:â€‰ Uncharged Walls. Journal of Physical
Chemistry B, 2007, 111, 13386-13397. 1.2 23

2269 Calculation of Protein-Ligand Binding Affinities. Annual Review of Biophysics and Biomolecular
Structure, 2007, 36, 21-42. 18.3 807

2270 Theoretical study of the partial molar volume change associated with the pressureâ€•induced
structural transition of ubiquitin. Protein Science, 2007, 16, 1927-1933. 3.1 53

2271 Structural dependence of ionic motion at interfaces between NaCl crystal surfaces and
supersaturated solutions in crystallization process. Advanced Powder Technology, 2007, 18, 155-173. 2.0 4

2272 Ab initio simulation of interface reactions as a foundation of understanding polymorphism. European
Physical Journal: Special Topics, 2007, 149, 127-144. 1.2 2

2273 Hydration of Sodium, Potassium, and Chloride Ions in Solution and the Concept of Structure
Maker/Breaker. Journal of Physical Chemistry B, 2007, 111, 13570-13577. 1.2 576

2274 A molecular dynamics study of Cyclophilin A free and in complex with the Ala-Pro dipeptide. European
Biophysics Journal, 2007, 36, 213-224. 1.2 7

2275 Dehydration process in NaCl solutions under various external electric fields. Journal of
Nanoparticle Research, 2007, 9, 377-387. 0.8 15

2276 Static and dynamic properties of the water/amorphous silica interface: a model for the undissociated
surface. Journal of Computer-Aided Materials Design, 2007, 14, 53-63. 0.7 18

2277 Particle-based simulation: An algorithmic perspective. Journal of Computational Electronics, 2007, 5,
405-410. 1.3 2

2278 Studying the Unfolding Kinetics of Proteins under Pressure Using Long Molecular Dynamic
Simulation Runs. Journal of Biological Physics, 2007, 33, 515-522. 0.7 8

2279 Filled and empty states of carbon nanotubes in water: Dependence on nanotube diameter, wall
thickness and dispersion interactions. Journal of Chemical Sciences, 2007, 119, 367-376. 0.7 33

2280 Monte Carlo study of the electrode|solvent primitive model electrolyte interface. Electrochimica
Acta, 2007, 52, 2429-2436. 2.6 48

2281 Evaporation of droplets into a background gas: Kinetic modelling. International Journal of Heat and
Mass Transfer, 2007, 50, 2675-2691. 2.5 48

2282 Trotter derived algorithms for molecular dynamics with constraints: Velocity Verlet revisited.
Journal of Computational Physics, 2007, 222, 428-440. 1.9 13

2283 Ionâ€“water cluster free energy computer simulation using some of most popular ionâ€“water and
waterâ€“water pair interaction models. Chemical Physics, 2007, 332, 188-202. 0.9 51

2284 The molecular dynamics of assembly of the ubiquitous aortic medial amyloidal medin fragment.
Journal of Molecular Graphics and Modelling, 2007, 25, 903-911. 1.3 7



122

Citation Report

# Article IF Citations

2285 Influence of water model and nanotube rigidity on the density of water in carbon nanotubes.
Chemical Engineering Science, 2008, 63, 2793-2797. 1.9 30

2286 NEMD study for supercavitation mechanism with underwater object. Physics Letters, Section A:
General, Atomic and Solid State Physics, 2008, 372, 7063-7067. 0.9 2

2287 Isothermal isobaric molecular dynamics simulation of water. Computational and Theoretical
Chemistry, 2008, 867, 39-46. 1.5 6

2288 Monte Carlo simulation of the local ordering of water molecules. I. Binary spatial correlations.
Journal of Structural Chemistry, 2008, 49, 270-277. 0.3 2

2289 Water structure around dipeptides in aqueous solutions. European Biophysics Journal, 2008, 37,
647-655. 1.2 30

2290 Molecular dynamics simulation for surface melting and self-preservation effect of methane hydrate.
Science in China Series B: Chemistry, 2008, 51, 651-660. 0.8 22

2291 Water structure near single and multi-layer nanoscopic hydrophobic plates of varying separation and
interaction potentials. Bulletin of Materials Science, 2008, 31, 525-532. 0.8 5

2292 Effects of ion concentration on the hydrogen bonded structure of water in the vicinity of ions in
aqueous NaCl solutions. Journal of Chemical Sciences, 2008, 120, 71-77. 0.7 39

2293 Molecular dynamics prediction of nanofluidic contact angle offset by an AFM. Microfluidics and
Nanofluidics, 2008, 4, 321-330. 1.0 16

2294 Water flow through nanopore. International Journal of Quantum Chemistry, 2008, 108, 1623-1628. 1.0 3

2295 Searching the global minimum of a peptide/bilayer potential energy surface by fast heating and cooling
cycles of simulated annealing. International Journal of Quantum Chemistry, 2008, 108, 2403-2407. 1.0 4

2296 Conservative and nonconservative mutations in proteins: Anomalous mutations in a transport
receptor analyzed by free energy and quantum chemical calculations. Protein Science, 1995, 4, 387-393. 3.1 3

2297 Computational studies of the structure, dynamics and native content of amyloidâ€•like fibrils of
ribonuclease A. Proteins: Structure, Function and Bioinformatics, 2008, 70, 863-872. 1.5 19

2298
Relationship between energy distribution and fold stability: Insights from molecular dynamics
simulations of native and mutant proteins. Proteins: Structure, Function and Bioinformatics, 2008, 72,
660-672.

1.5 54

2299 Effect of altered glycosylation on the structure of the Iâ€•like domain of Î²1 integrin: A molecular
dynamics study. Proteins: Structure, Function and Bioinformatics, 2008, 73, 989-1000. 1.5 40

2300 Determination of NMR Lineshape Anisotropy of Guest Molecules within Inclusion Complexes from
Molecular Dynamics Simulations. ChemPhysChem, 2008, 9, 911-919. 1.0 36

2301 Effect of Na<sup>+</sup> and Ca<sup>2+</sup> Ions on a Lipid Langmuir Monolayer: An Atomistic
Description by Molecular Dynamics Simulations. ChemPhysChem, 2008, 9, 2538-2543. 1.0 29

2302 Temperature and Concentration Effects on the Solvophobic Solvation of Methane in Aqueous Salt
Solutions. ChemPhysChem, 2008, 9, 2722-2730. 1.0 14



123

Citation Report

# Article IF Citations

2303 Combination of molecular dynamics method and 3Dâ€•RISM theory for conformational sampling of large
flexible molecules in solution. Journal of Computational Chemistry, 2008, 29, 871-882. 1.5 73

2304 <i>Ab initio</i> protein structure prediction with force field parameters derived from waterâ€•phase
quantum chemical calculation. Journal of Computational Chemistry, 2008, 29, 1930-1944. 1.5 7

2305
Improvement in molecule exchange efficiency in Gibbs ensemble Monte Carlo: Development and
implementation of the continuous fractional component move. Journal of Computational Chemistry,
2008, 29, 2520-2530.

1.5 102

2306
Timeâ€•resolved fluorescence spectroscopy and molecular dynamics simulations point out the effects of
pressure on the stability and dynamics of the porcine odorantâ€•binding protein. Biopolymers, 2008, 89,
284-291.

1.2 7

2307 Electrophoretic mobility does not always reflect the charge on an oil droplet. Journal of Colloid and
Interface Science, 2008, 318, 477-486. 5.0 49

2308 Molecular simulation of the effect of ionic impurities and external electric fields on rod-like water
clusters in polyethylene. Polymer, 2008, 49, 5357-5362. 1.8 5

2309 Prediction of adsorption and separation of waterâ€“alcohol mixtures with zeolite NaA. Microporous
and Mesoporous Materials, 2008, 114, 455-464. 2.2 34

2310 Structure and dynamics of water at liquidâ€“vapour interfaces covered by surfactant monolayers of
neutral stearic acid and charged stearate ions. Journal of Molecular Liquids, 2008, 140, 33-38. 2.3 3

2311 Structural properties and dynamics of C12E5 molecules adsorbed at water/air interfaces: A molecular
dynamic study. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2008, 323, 180-191. 2.3 12

2312 Parallel algorithms for molecular dynamics with induction forces. Computer Physics
Communications, 2008, 178, 384-392. 3.0 9

2313 Simulation approaches to soft matter: Generic statistical properties vs. chemical details. Computer
Physics Communications, 2008, 179, 51-60. 3.0 24

2314 A Molecular Dynamics study of short-chain polyelectrolytes in explicit water: Toward the origin of
ion-specific effects. Chemical Physics Letters, 2008, 450, 281-285. 1.2 29

2315 Hydrophobicity in modified water models. Chemical Physics Letters, 2008, 452, 259-263. 1.2 11

2316 Behavior of molecular oxygen at the liquidâ€“liquid interface: A molecular dynamics simulation study.
Chemical Physics Letters, 2008, 457, 78-81. 1.2 1

2317
Assessing the level of consistency between diffraction experiments and interaction potentials: A
combined molecular dynamics (MD) and Reverse Monte Carlo (RMC) approach. Chemical Physics
Letters, 2008, 457, 96-102.

1.2 22

2318
Large-scale parallel calculations with combined coupled cluster and molecular mechanics formalism:
Excitation energies of zincâ€“porphyrin in aqueous solution. Chemical Physics Letters, 2008, 458,
205-209.

1.2 46

2319 Molecular simulation study of intercalation of small molecules in kaolinite. Chemical Physics
Letters, 2008, 462, 269-274. 1.2 65

2320 Tuning methane content in gas hydrates via thermodynamic modeling and molecular dynamics
simulation. Fluid Phase Equilibria, 2008, 263, 6-17. 1.4 70



124

Citation Report

# Article IF Citations

2321 Water structure around trehalose. Chemical Physics, 2008, 345, 159-163. 0.9 54

2322 Molecular dynamics simulations of lysozyme in water/sugar solutions. Chemical Physics, 2008, 345,
267-274. 0.9 28

2323 Determination of nucleation rates of FeCl2 in supercritical water by molecular dynamics simulations.
Journal of Supercritical Fluids, 2008, 47, 270-280. 1.6 18

2324 Stability of hydroxamate ions in aqueous medium. Computational and Theoretical Chemistry, 2008, 851,
109-114. 1.5 9

2325 Mechanistic insight into the biological nanopore in tetragonal lysozyme crystal. Journal of
Membrane Science, 2008, 324, 192-197. 4.1 17

2326 An ab initio molecular dynamics study of the frequency dependence of rotational motion in liquid
water. Journal of Molecular Liquids, 2008, 143, 31-34. 2.3 20

2327 Effects of salts of the Hofmeister series on the hydrogen bond network of water. Journal of
Molecular Liquids, 2008, 143, 160-170. 2.3 83

2328 Gel-forming patchy colloids and network glass formers: thermodynamic and dynamic analogies.
European Physical Journal B, 2008, 64, 505-509. 0.6 66

2329 Which mechanism underlies the water-like anomalies in core-softened potentials?. European Physical
Journal B, 2008, 64, 481-486. 0.6 46

2330 Molecular dynamics simulation of confined fluids in isosurface-isothermal-isobaric ensemble.
Journal of Chemical Physics, 2008, 129, 194702. 1.2 64

2331 Scoring Functions for De Novo Protein Structure Prediction Revisited. , 2008, 413, 243-281. 10

2332 Characterization of Chitin and Chitosan Molecular Structure in Aqueous Solution. Journal of
Chemical Theory and Computation, 2008, 4, 2141-2149. 2.3 142

2333 GROMACS 4:â€‰ Algorithms for Highly Efficient, Load-Balanced, and Scalable Molecular Simulation.
Journal of Chemical Theory and Computation, 2008, 4, 435-447. 2.3 13,875

2334 Early events in protein folding: Is there something more than hydrophobic burst?. Protein Science,
2008, 17, 1424-1433. 3.1 14

2335 Molecular dynamics investigation of the intrinsic structure of waterâ€“fluid interfaces via the
intrinsic sampling method. Physical Chemistry Chemical Physics, 2008, 10, 4704. 1.3 62

2336
Improving the Performance of the Coupled Reference Interaction Site Modelâˆ’Hyper-netted Chain
(RISMâˆ’HNC)/Simulation Method for Free Energy of Solvation. Journal of Physical Chemistry B, 2008,
112, 2340-2348.

1.2 6

2337 Can the dodecahedral water cluster naturally form in methane aqueous solutions? A molecular
dynamics study on the hydrate nucleation mechanisms. Journal of Chemical Physics, 2008, 128, 194504. 1.2 63

2338 A Vulnerability in Popular Molecular Dynamics Packages Concerning Langevin and Andersen Dynamics.
Journal of Chemical Theory and Computation, 2008, 4, 1669-1680. 2.3 81



125

Citation Report

# Article IF Citations

2339 Comparison of Protein Force Fields for Molecular Dynamics Simulations. Methods in Molecular
Biology, 2008, 443, 63-88. 0.4 171

2340 Molecular Dynamics Simulations of the Thermal Conductivity of Methane Hydrate. Journal of Physical
Chemistry B, 2008, 112, 10207-10216. 1.2 76

2341 Numerical simulation of IR absorption, reflection, and scattering in dispersed water-oxygen media.
High Temperature, 2008, 46, 60-68. 0.1 3

2342 Scaling laws and memory effects in the dynamics of liquids and proteins. Physics of Particles and
Nuclei Letters, 2008, 5, 189-195. 0.1 2

2343 Density and temperature effect on hydrogen-bonded clusters in water - MD simulation study. Open
Chemistry, 2008, 6, 555-561. 1.0 16

2344 A computer simulation of the mechanism of self-conservation of gas hydrates. Russian Journal of
Physical Chemistry A, 2008, 82, 1303-1308. 0.1 11

2345 Charge separation in water molecule clusters under thermal fluctuations: 1. Intermolecular
interactions. Colloid Journal, 2008, 70, 630-645. 0.5 9

2346 Electronic Effects on the Surface Potential at the Vaporâˆ’Liquid Interface of Water. Journal of the
American Chemical Society, 2008, 130, 16556-16561. 6.6 134

2347 Multiscale Simulation of Soft Matter: From Scale Bridging to Adaptive Resolution. Annual Review of
Physical Chemistry, 2008, 59, 545-571. 4.8 410

2348 Computational Methods in Nanostructure Design. Methods in Molecular Biology, 2008, 474, 133-151. 0.4 3

2349 FOLDING FREE ENERGY LANDSCAPE OF THE DECAPEPTIDE CHIGNOLIN. Modern Physics Letters B, 2008, 22,
3087-3098. 1.0 7

2350 Enthalpyâˆ’Entropy Contributions to Salt and Osmolyte Effects on Molecular-Scale Hydrophobic
Hydration and Interactions. Journal of Physical Chemistry B, 2008, 112, 5661-5670. 1.2 57

2351 The interface between water and a hydrophobic gas. Physical Chemistry Chemical Physics, 2008, 10,
4614. 1.3 46

2352 Simulation of the Adsorption of Nucleotide Monophosphates on Carbon Nanotubes in Aqueous
Solution. Journal of Physical Chemistry C, 2008, 112, 6271-6278. 1.5 27

2353 Specific Ion Binding to Macromolecules:â€‰ Effects of Hydrophobicity and Ion Pairing. Langmuir, 2008, 24,
3387-3391. 1.6 106

2354 Diffusion in Nanoporous Phases:Â  Size Dependence and Levitation Effect. Journal of Physical Chemistry
B, 2008, 112, 665-686. 1.2 45

2355 Water in Nanoconfinement between Hydrophilic Self-Assembled Monolayers. Langmuir, 2008, 24,
5209-5212. 1.6 49

2356 Water Slippage versus Contact Angle: A Quasiuniversal Relationship. Physical Review Letters, 2008, 101,
226101. 2.9 383



126

Citation Report

# Article IF Citations

2357 Dynamics of single-file water chains inside nanoscale channels: physics, biological significance and
applications. Journal Physics D: Applied Physics, 2008, 41, 103002. 1.3 72

2358 Water/Hydrocarbon Interfaces:â€‰ Effect of Hydrocarbon Branching on Single-Molecule Relaxation.
Journal of Physical Chemistry B, 2008, 112, 6259-6273. 1.2 29

2359 Surface fluctuations at the liquid-liquid interface. Physical Review E, 2008, 77, 031609. 0.8 33

2360 Water Confined in Nanotubes and between Graphene Sheets:â€‰ A First Principle Study. Journal of the
American Chemical Society, 2008, 130, 1871-1878. 6.6 405

2361 Structural anomalies of fluids: Origins in second and higher coordination shells. Physical Review E,
2008, 77, 041201. 0.8 41

2362
Molecular Dynamics Simulations of Asymmetric NaCl and KCl Solutions Separated by
Phosphatidylcholine Bilayers: Potential Drops and Structural Changes Induced by Strong Na+-Lipid
Interactions and Finite Size Effects. Biophysical Journal, 2008, 94, 3565-3576.

0.2 106

2363 Two-Dimensional Infrared Population Transfer Spectroscopy for Enhancing Structural Markers of
Proteins. Biophysical Journal, 2008, 94, 1818-1825. 0.2 57

2364 Investigating the Mechanism of Peptide Aggregation: Insights from Mixed Monte Carlo-Molecular
Dynamics Simulations. Biophysical Journal, 2008, 94, 4414-4426. 0.2 46

2365 Simulation of Nitroxide Electron Paramagnetic Resonance Spectra from Brownian Trajectories and
Molecular Dynamics Simulations. Biophysical Journal, 2008, 94, 3798-3809. 0.2 46

2366 Insights into Stability and Toxicity of Amyloid-Like Oligomers by Replica Exchange Molecular Dynamics
Analyses. Biophysical Journal, 2008, 95, 1965-1973. 0.2 51

2367 Conformational Changes of Î±-Chymotrypsin in a Fibrillation-Promoting Condition: A Molecular
Dynamics Study. Biophysical Journal, 2008, 95, 4139-4147. 0.2 32

2368 Hydration Dynamics in a Partially Denatured Ensemble of the Globular Protein Human Î±-Lactalbumin
Investigated with Molecular Dynamics Simulations. Biophysical Journal, 2008, 95, 5257-5267. 0.2 28

2369 Single particle and pair dynamics in waterâ€“formic acid mixtures containing ionic and neutral solutes:
Nonideality in dynamical properties. Journal of Chemical Physics, 2008, 128, 184506. 1.2 10

2370 Adsorption and Structure of Water on Kaolinite Surfaces: Possible Insight into Ice Nucleation from
Grand Canonical Monte Carlo Calculations. Journal of Physical Chemistry A, 2008, 112, 10708-10712. 1.1 72

2371 Determination of phase diagrams via computer simulation: methodology and applications to water,
electrolytes and proteins. Journal of Physics Condensed Matter, 2008, 20, 153101. 0.7 209

2372 Water at polar and nonpolar solid walls (Review). Biointerphases, 2008, 3, FC23-FC39. 0.6 93

2373 Influences of surfactant and nanoparticle assembly on effective interfacial tensions. Physical
Chemistry Chemical Physics, 2008, 10, 2207. 1.3 170

2374 IR and Raman spectra of liquid water: Theory and interpretation. Journal of Chemical Physics, 2008,
128, 224511. 1.2 490



127

Citation Report

# Article IF Citations

2375 Molecular Dynamics of Ionic Transport and Electrokinetic Effects in Realistic Silica Channels. Journal
of Physical Chemistry C, 2008, 112, 10222-10232. 1.5 105

2376 Comparison of the Solvation Structure of Polarizable and Nonpolarizable Ions in Bulk Water and
Near the Aqueous Liquidâˆ’Vapor Interface. Journal of Physical Chemistry C, 2008, 112, 7455-7467. 1.5 52

2377 Subdiffusion in Peptides Originates from the Fractal-Like Structure of Configuration Space. Physical
Review Letters, 2008, 100, 188103. 2.9 63

2378 Molecular Dynamics Simulation of Self-Assembly of <i>n</i>-Decyltrimethylammonium Bromide
Micelles. Langmuir, 2008, 24, 5714-5725. 1.6 94

2379 Role of Counterion Condensation in the Self-Assembly of SDS Surfactants at the Waterâˆ’Graphite
Interface. Journal of Physical Chemistry B, 2008, 112, 1987-2000. 1.2 94

2380 Probability distributions of molecular observables computed from Markov models. Journal of
Chemical Physics, 2008, 128, 244103. 1.2 123

2381 Comparison of interaction potentials of liquid water with respect to their consistency with neutron
diffraction data of pure heavy water. Journal of Chemical Physics, 2008, 129, 184103. 1.2 33

2382 Water Phase Transition Induced by a Stoneâˆ’Wales Defect in a Boron Nitride Nanotube. Journal of the
American Chemical Society, 2008, 130, 13649-13652. 6.6 26

2383 Investigation of the adsorption behaviour of acetone at the surface of ice. A grand canonical Monte
Carlo simulation study. Physical Chemistry Chemical Physics, 2008, 10, 6369. 1.3 41

2384 Protein Structure Prediction. , 2008, 413, v-vii. 11

2385 On the Electronically Excited States of Uracil. Journal of Physical Chemistry A, 2008, 112, 9983-9992. 1.1 115

2386 Percolation and three-dimensional structure of supercritical water. Physical Review E, 2008, 78,
021505. 0.8 58

2387 Strong Pressure-Energy Correlations in van der Waals Liquids. Physical Review Letters, 2008, 100,
015701. 2.9 154

2388
Molecular Dynamics Simulation of the Interfacial Behavior of Short-Chain Polystyrene Sulfonate
Aqueous Solutions in Contact with Graphene Surfaces in the Presence of Multivalent Cations.
Journal of Physical Chemistry C, 2008, 112, 19521-19529.

1.5 33

2389 AÂ Two-step Aggregation Scheme of Bile Acid Salts, as Seen From Computer Simulations. , 2008, , 181-187. 4

2390 Relating linear vibrational spectroscopy to condensed-phase hydrogen-bonded structures:
Liquid-to-supercritical water. Journal of Chemical Physics, 2008, 128, 244510. 1.2 37

2391 Structural and thermodynamic properties of different phases of supercooled liquid water. Journal of
Chemical Physics, 2008, 128, 244503. 1.2 31

2392 MPSA effects on copper electrodeposition investigated by molecular dynamics simulations. Journal of
Chemical Physics, 2008, 128, 044717. 1.2 17



128

Citation Report

# Article IF Citations

2393 Structure and dynamics of water at a clay surface from molecular dynamics simulation. Physical
Chemistry Chemical Physics, 2008, 10, 4802. 1.3 207

2394 Monte Carlo study of sII and sH argon hydrates with multiple occupancy of cages. Molecular
Simulation, 2008, 34, 1311-1320. 0.9 27

2395 Materials Issues for Generation IV Systems. NATO Science for Peace and Security Series B: Physics and
Biophysics, 2008, , . 0.2 10

2396 Comparing the Use of Gibbs Ensemble and Grand-Canonical Transition-Matrix Monte Carlo Methods to
Determine Phase Equilibria. Industrial &amp; Engineering Chemistry Research, 2008, 47, 4533-4541. 1.8 54

2397 Structure and stability of water chain in a carbon nanotube. Journal of Physics Condensed Matter,
2008, 20, 015213. 0.7 18

2398 Molecular simulation study of temperature effect on ionic hydration in carbon nanotubes. Physical
Chemistry Chemical Physics, 2008, 10, 1896. 1.3 76

2399 Structure and Dynamics of Water Confined in a Boron Nitride Nanotube. Journal of Physical
Chemistry C, 2008, 112, 1812-1818. 1.5 158

2400 Diffusion of water submonolayers on hydrophilic surfaces. Applied Physics Letters, 2008, 93, 253104. 1.5 18

2401 Modeling and Molecular Dynamics Simulation of the Human Gonadotropin-Releasing Hormone
Receptor in a Lipid Bilayer. Journal of Physical Chemistry B, 2008, 112, 10704-10713. 1.2 34

2402 The structure of aqueous sodium hydroxide solutions: A combined solution x-ray diffraction and
simulation study. Journal of Chemical Physics, 2008, 128, 044501. 1.2 137

2403 Integral Equation Study of the Hydrophobic Interaction between Graphene Plates. Journal of Chemical
Theory and Computation, 2008, 4, 1928-1939. 2.3 29

2404 Hydrogen-Bond Dynamics for Water Confined in Carbon Tetrachlorideâˆ’Acetone Mixtures. Journal of
Physical Chemistry B, 2008, 112, 10675-10683. 1.2 27

2405 Cation-Specific Interactions with Carboxylate in Amino Acid and Acetate Aqueous Solutions: X-ray
Absorption and <i>ab initio</i> Calculations. Journal of Physical Chemistry B, 2008, 112, 12567-12570. 1.2 149

2406 A study to improve the van der Waals component of the interaction in water clusters. Physica Scripta,
2008, 78, 058108. 1.2 25

2407 Waterâ€“methanol mixtures: topology of hydrogen bonded network. Physical Chemistry Chemical
Physics, 2008, 10, 5004. 1.3 128

2408 Pressure dependence of dynamical heterogeneity in water. Journal of Physics Condensed Matter, 2008,
20, 244116. 0.7 9

2409 The influence of thermostats and manostats on reverse nonequilibrium molecular dynamics
calculations of fluid viscosities. Journal of Chemical Physics, 2008, 129, 014102. 1.2 11

2410 Diffraction and IR/Raman data do not prove tetrahedral water. Journal of Chemical Physics, 2008, 129,
084502. 1.2 94



129

Citation Report

# Article IF Citations

2411 Interactions between Structure H Hydrate Formers and Water Molecules. Journal of Physical
Chemistry C, 2008, 112, 9106-9113. 1.5 20

2412
Development of transferable interaction potentials for water. V. Extension of the flexible,
polarizable, Thole-type model potential (<scp>TTM3-F</scp>, v. 3.0) to describe the vibrational spectra
of water clusters and liquid water. Journal of Chemical Physics, 2008, 128, 074506.

1.2 332

2413 Molecular Modeling of Proteins. Methods in Molecular Biology, 2008, , . 0.4 45

2414 Consistency of Ion Adsorption and Excess Surface Tension in Molecular Dynamics Simulations of
Aqueous Salt Solutions. Journal of Physical Chemistry C, 2008, 112, 19431-19442. 1.5 43

2415 Molecular Dynamic Simulations of Strontium Chloride Nanoparticle Nucleation in Supercritical
Water. Journal of Physical Chemistry C, 2008, 112, 20181-20189. 1.5 13

2417 Formation of FeCl2/NaCl-nanoparticles in supercritical water investigated by molecular dynamics
simulations: nucleation rates. Physical Chemistry Chemical Physics, 2008, 10, 6405. 1.3 4

2418 Nucleation of NaCl Nanoparticles in Supercritical Water: Molecular Dynamics Simulations. Journal of
Physical Chemistry B, 2008, 112, 7537-7543. 1.2 34

2419
A hydrophobic loop in acyl-CoA binding protein is functionally important for binding to
palmitoyl-coenzyme A: A molecular dynamics study. International Journal of Biological
Macromolecules, 2008, 42, 271-277.

3.6 3

2420
A Molecular Dynamics Study of the Interaction of d-Peptide Amyloid Inhibitors with Their Target
Sequence Reveals a Potential Inhibitory Pharmacophore Conformation. Journal of Molecular Biology,
2008, 383, 266-280.

2.0 17

2421 Molecular Mechanism of Water Bridge Buildup: Field-Induced Formation of Nanoscale Menisci.
Langmuir, 2008, 24, 6116-6120. 1.6 86

2422 Review of Fluid Slip over Superhydrophobic Surfaces and Its Dependence on the Contact Angle.
Industrial &amp; Engineering Chemistry Research, 2008, 47, 2455-2477. 1.8 253

2423 Docking and Molecular Dynamics Study on the Inhibitory Activity of Coumarins on Aldose Reductase.
Journal of Physical Chemistry B, 2008, 112, 10033-10040. 1.2 25

2424
Force-based Analysis of Multidimensional Energy Landscapes: Application of Dynamic Force
Spectroscopy and Steered Molecular Dynamics Simulations to an Antibody Fragmentâ€“Peptide Complex.
Journal of Molecular Biology, 2008, 381, 1253-1266.

2.0 48

2425 Molecular dynamics simulations of the orthoclase (001)- and (010)-water interfaces. Geochimica Et
Cosmochimica Acta, 2008, 72, 1481-1497. 1.6 68

2426 Isotopic fractionation of noble gases by diffusion in liquid water: Molecular dynamics simulations
and hydrologic applications. Geochimica Et Cosmochimica Acta, 2008, 72, 2237-2247. 1.6 75

2427 Why Are Carbon Nanotubes Fast Transporters of Water?. Nano Letters, 2008, 8, 452-458. 4.5 727

2428 Molecular dynamics study of structure H clathrate hydrates of methane and large guest molecules.
Journal of Chemical Physics, 2008, 128, 194505. 1.2 28

2429 Determination of Alkali and Halide Monovalent Ion Parameters for Use in Explicitly Solvated
Biomolecular Simulations. Journal of Physical Chemistry B, 2008, 112, 9020-9041. 1.2 2,756



130

Citation Report

# Article IF Citations

2430 Molecular Structure and Dynamics in Thin Water Films at the Silica and Graphite Surfaces. Journal of
Physical Chemistry C, 2008, 112, 13587-13599. 1.5 229

2431 Biomolecular simulations of membranes: Physical properties from different force fields. Journal of
Chemical Physics, 2008, 128, 125103. 1.2 242

2432 Molecular Simulation of Water in Carbon Nanotubes. Chemical Reviews, 2008, 108, 5014-5034. 23.0 440

2433 Surface Protonation at the Rutile (110) Interface: Explicit Incorporation of Solvation Structure
within the Refined MUSIC Model Framework. Langmuir, 2008, 24, 12331-12339. 1.6 88

2434 A Review of Heat Transfer Physics. Nanoscale and Microscale Thermophysical Engineering, 2008, 12,
1-60. 1.4 91

2435 Estimating the entropy of liquids from atomâ€“atom radial distribution functions: silica, beryllium
fluoride and water. Molecular Physics, 2008, 106, 1925-1938. 0.8 57

2436 Molecular dynamics simulations of nanoparticles. Annual Reports on the Progress of Chemistry
Section C, 2008, 104, 142. 4.4 49

2437 The relative entropy is fundamental to multiscale and inverse thermodynamic problems. Journal of
Chemical Physics, 2008, 129, 144108. 1.2 483

2438 Hydrogen Storage in sH Hydrates: A Monte Carlo Study. Journal of Physical Chemistry B, 2008, 112,
14206-14211. 1.2 47

2439 Dissolution of Solid NaCl Nanoparticles Embedded in Supersaturated Water Vapor Probed by
Molecular Dynamic Simulations. Journal of Physical Chemistry A, 2008, 112, 3114-3118. 1.1 8

2440
The structure, dynamics and solvation mechanisms of ions in water from long time molecular
dynamics simulations: a case study of CaCl2(aq) aqueous solutions. Molecular Physics, 2008, 106,
2685-2697.

0.8 26

2441
Molecular Dynamics Simulation and Thermodynamic Modeling of the Self-Assembly of the
Triterpenoids Asiatic Acid and Madecassic Acid in Aqueous Solution. Journal of Physical Chemistry B,
2008, 112, 2357-2371.

1.2 20

2442 Study of Multiple Unfolding Trajectories and Unfolded States of the Protein GB1 Under the Physical
Property Space. Journal of Biomolecular Structure and Dynamics, 2008, 25, 609-619. 2.0 7

2443 Polyelectrolyte hydration: Theory and experiment. Pure and Applied Chemistry, 2008, 80, 1253-1266. 0.9 20

2444 Molecular simulation of cage occupancy and selectivity of binary THFâ€“H<sub>2</sub> sII hydrate.
Molecular Simulation, 2008, 34, 837-844. 0.9 14

2445 Self-diffusivity, hydrogen bonding and density of different water models in carbon nanotubes.
Molecular Simulation, 2008, 34, 671-678. 0.9 55

2446 Field-exposed water in a nanopore: liquid or vapour?. Physical Chemistry Chemical Physics, 2008, 10,
6807. 1.3 44

2447 Simulations of structure II H2 and D2 clathrates: Potentials incorporating quantum corrections.
Journal of Chemical Physics, 2008, 128, 064506. 1.2 21



131

Citation Report

# Article IF Citations

2448 Vibrational Spectra of Anhydrous and Monohydrated Caffeine and Theophylline Molecules and
Crystals. Journal of Physical Chemistry A, 2008, 112, 10210-10219. 1.1 27

2449 The effect of flexibility on thermodynamic and structural properties in methane hydrates. Molecular
Simulation, 2008, 34, 661-670. 0.9 5

2450 On â€œthe complete basis set limitâ€• and plane-wave methods in first-principles simulations of water.
Physical Chemistry Chemical Physics, 2008, 10, 4685. 1.3 34

2451 Structural effects of Cu(ii)-coordination in the octapeptide region of the human prion protein.
Physical Chemistry Chemical Physics, 2008, 10, 2488. 1.3 12

2452
Ion aggregation in concentrated aqueous and methanol solutions of polyoxometallates Keggin
anions: the effect of counterions investigated by molecular dynamics simulations. Physical Chemistry
Chemical Physics, 2008, 10, 6940.

1.3 68

2453 On the Molecular Mechanism of Water Reorientation. Journal of Physical Chemistry B, 2008, 112,
14230-14242. 1.2 380

2454
Molecular Dynamics Simulation Study of Solidâ€•Liquid Phase Transition in Water Clusters. The Effect
of Cluster Size. Synthesis and Reactivity in Inorganic, Metal Organic, and Nano Metal Chemistry, 2008,
38, 62-68.

0.6 5

2455 Fast reverse osmosis using boron nitride and carbon nanotubes. Applied Physics Letters, 2008, 92, . 1.5 122

2456 Molecular Dynamics Study of the Interface between Water and 2-Nitrophenyl Octyl Ether. Journal of
Physical Chemistry B, 2008, 112, 2415-2429. 1.2 44

2457 Classical and Quantum Gibbs Free Energies and Phase Behavior of Water Using Simulation and Cell
Theory. Journal of Physical Chemistry B, 2008, 112, 9769-9776. 1.2 17

2458 Theory and Computer Simulation of Solute Effects on the Surface Tension of Liquids. Journal of
Physical Chemistry B, 2008, 112, 8975-8984. 1.2 29

2459 Coarse-graining in Interaction Space: An Analytical Approximation for the Effective Short-ranged
Electrostatics. Journal of Physical Chemistry B, 2008, 112, 16230-16237. 1.2 19

2460 Adsorption of Aromatic Hydrocarbons and Ozone at Environmental Aqueous Surfaces. Journal of
Physical Chemistry A, 2008, 112, 4942-4950. 1.1 38

2461 Mechanistic Elements of Protein Cold Denaturation. Journal of Physical Chemistry B, 2008, 112,
5961-5967. 1.2 104

2462 Glucose Orientation and Dynamics in Î±-, Î²-, and Î³-Cyclodextrins. Journal of Physical Chemistry B, 2008, 112,
15151-15157. 1.2 27

2463 Structural Properties of Polyglutamine Aggregates Investigated via Molecular Dynamics Simulations.
Journal of Physical Chemistry B, 2008, 112, 16843-16850. 1.2 19

2464 Liquidâˆ’Liquid Interfaces of Semifluorinated Alkane Diblock Copolymers with Water, Alkanes, and
Perfluorinated Alkanes. Journal of Physical Chemistry B, 2008, 112, 16012-16020. 1.2 12

2465
MD Study of S<sub>N</sub>1 Reactivity of 2-Chloro-2-methylpropane in the Room-Temperature Ionic
Liquid 1-Ethyl-3-methylimidazolium Hexafluorophosphate. Journal of Physical Chemistry B, 2008, 112,
2637-2643.

1.2 11



132

Citation Report

# Article IF Citations

2466 Polarizabilities of individual molecules and ions in liquids from first principles. Journal of Physics
Condensed Matter, 2008, 20, 494207. 0.7 39

2467 The Polarizability of Point-Polarizable Water Models:Â  Density Functional Theory/Molecular
Mechanics Resultsâ€ . Journal of Physical Chemistry B, 2008, 112, 6233-6240. 1.2 48

2468 A Coupled Molecular Dynamics and XANES Data Analysis Investigation of Aqueous Cadmium(II). Journal
of Physical Chemistry A, 2008, 112, 11833-11841. 1.1 50

2469 Is Ammonia a Better Solvent Than Water for Contact Ion Pairs?. Journal of Physical Chemistry B, 2008,
112, 11990-11995. 1.2 3

2470 Electroosmotic Flow in Nanotubes with High Surface Charge Densities. Nano Letters, 2008, 8, 42-48. 4.5 67

2471 On the Manifestation of Hydrophobicity at the Nanoscale. Journal of Physical Chemistry B, 2008, 112,
6296-6300. 1.2 43

2472 Evaluation of the Hydrogen-Storage Capacity of Pure H<sub>2</sub> and Binary H<sub>2</sub>-THF
Hydrates with Monte Carlo Simulations. Journal of Physical Chemistry C, 2008, 112, 10294-10302. 1.5 81

2473 Competing Adsorption between Hydrated Peptides and Water onto Metal Surfaces: From Electronic to
Conformational Properties. Journal of the American Chemical Society, 2008, 130, 13460-13464. 6.6 68

2474 A Singlet Reference Interation Site Model Theory for Solid/Liquid Interfaces Part II:â€‰ Electrical Double
Layers. Journal of Physical Chemistry B, 2008, 112, 3365-3374. 1.2 20

2475
Theoretical and Experimental Study on a Self-Assembling Polysaccharide Forming Nanochannels:
Static and Dynamic Effects Induced by a <i>Soft</i> Confinement. Journal of Physical Chemistry B,
2008, 112, 6473-6483.

1.2 20

2476 Molecular Analysis on Methanol Diffusion in a Model Nafion Membrane. Journal of the
Electrochemical Society, 2008, 155, B1255. 1.3 20

2477 Solvation Dynamics of Hoechst 33258 in Water:Â  An Equilibrium and Nonequilibrium Molecular
Dynamics Study. Journal of Physical Chemistry B, 2008, 112, 3231-3239. 1.2 34

2478 Vibrational Energy Relaxation of the Bend Fundamental of Dilute Water in Liquid Chloroform and
<i>d</i>-Chloroform. Journal of Physical Chemistry B, 2008, 112, 390-398. 1.2 14

2479
Conformation and Dynamics of a Rhodamine Probe Attached at Two Sites on a Protein: Implications
for Molecular Structure Determination <i>in situ</i>. Journal of the American Chemical Society,
2008, 130, 17120-17128.

6.6 13

2480 Regioselective Competitive Adsorption of Water and Organic Vapor Mixtures on Pristine
Single-Walled Carbon Nanotube Bundles. Langmuir, 2008, 24, 5746-5754. 1.6 28

2481 Quantum Chemistry in Solution by Combining 3D Integral Equation Theory with a Cluster Embedding
Approach. Journal of Physical Chemistry B, 2008, 112, 4337-4343. 1.2 69

2482 The Dynamics of Water at DNA Interfaces: Computational Studies of Hoechst 33258 Bound to DNA.
Journal of the American Chemical Society, 2008, 130, 13103-13109. 6.6 115

2483 An Investigation of Water Dynamics in Binary Mixtures of Water and Dimethyl Sulfoxide. Journal of
Physical Chemistry B, 2008, 112, 283-293. 1.2 47



133

Citation Report

# Article IF Citations

2484 Keggin Polyoxoanions in Aqueous Solution: Ion Pairing and Its Effect on Dynamic Properties by
Molecular Dynamics Simulations. Journal of Physical Chemistry B, 2008, 112, 8591-8599. 1.2 87

2485 Hydrophobic Interactions in Ureaâˆ’Trimethylamine-<i>N</i>-oxide Solutions. Journal of Physical
Chemistry B, 2008, 112, 11106-11111. 1.2 45

2486
Optimized Quantum Mechanics/Molecular Mechanics Strategies for Nitrile Vibrational Probes:
Acetonitrile and <i>para</i>-Tolunitrile in Water and Tetrahydrofuran. Journal of Physical Chemistry
B, 2008, 112, 13991-14001.

1.2 44

2487
Molecular Dynamics Simulation of Nanoscale Distribution and Mobility of Water and
Dimethylmethylphosphonate in Sulfonated Polystyrene. Journal of Physical Chemistry B, 2008, 112,
14905-14910.

1.2 22

2488
Application of Computer Simulation Free-Energy Methods to Compute the Free Energy of Micellization
as a Function of Micelle Composition. 2. Implementation. Journal of Physical Chemistry B, 2008, 112,
1641-1656.

1.2 12

2489 Hydrated Electron Production by Reaction of Hydrogen Atoms with Hydroxide Ions: A First-Principles
Molecular Dynamics Study. Journal of Physical Chemistry A, 2008, 112, 7027-7034. 1.1 18

2490
A first principles theoretical study of vibrational spectral diffusion and hydrogen bond dynamics in
aqueous ionic solutions: D2O in hydration shells of Clâˆ’ ions. Journal of Chemical Physics, 2008, 129,
194512.

1.2 102

2491 Water Simulation Model with Explicit Three-Molecule Interactions. Journal of Physical Chemistry B,
2008, 112, 8311-8318. 1.2 100

2492 Molecular Dynamics Simulations for Water and Ions in Protein Crystals. Langmuir, 2008, 24, 4215-4223. 1.6 36

2493 Combined Quantum Mechanical and Molecular Mechanics Studies of the Electron-Transfer Reactions
Involving Carbon Tetrachloride in Solution. Journal of Physical Chemistry A, 2008, 112, 2713-2720. 1.1 36

2494 Counterion Binding in the Aqueous Solutions of Bile Acid Salts, as Studied by Computer Simulation
Methods. Langmuir, 2008, 24, 10729-10736. 1.6 24

2495
Model Potential Approaches for Describing the Interaction of Excess Electrons with Water Clusters:
Incorporation of Long-Range Correlation Effects. Journal of Physical Chemistry A, 2008, 112,
11021-11035.

1.1 68

2496 Solvation of Perfluorooctane and Octane in Water, Methanol, Acetonitrile, and Aqueous Mixtures of
Methanol and Acetonitrile. Journal of Physical Chemistry B, 2008, 112, 7785-7793. 1.2 6

2497 Structural and Dynamical Properties of the Hg<sup>2+</sup> Aqua Ion:â€‰ A Molecular Dynamics Study.
Journal of Physical Chemistry B, 2008, 112, 4694-4702. 1.2 48

2498
Vibrational Spectral Diffusion in Supercritical D<sub>2</sub>O from First Principles: An Interplay
between the Dynamics of Hydrogen Bonds, Dangling OD Groups, and Inertial Rotation. Journal of
Physical Chemistry A, 2008, 112, 13518-13527.

1.1 35

2499 A DMPA Langmuir Monolayer Study:â€‰ From Gas to Solid Phase. An Atomistic Description by Molecular
Dynamics Simulation. Langmuir, 2008, 24, 1823-1828. 1.6 20

2500 Nature of Water Transport and Electro-Osmosis in Nafion: Insights from First-Principles Molecular
Dynamics Simulations under an Electric Field. Journal of Physical Chemistry B, 2008, 112, 11586-11594. 1.2 51

2501 Studies of the Thermodynamic Properties of Hydrogen Gas in Bulk Water. Journal of Physical
Chemistry B, 2008, 112, 867-876. 1.2 40



134

Citation Report

# Article IF Citations

2502 First Principles Study of Alkaliâˆ’Tyrosine Complexes: Alkali Solvation and Redox Properties. Journal of
Chemical Theory and Computation, 2008, 4, 1049-1056. 2.3 13

2503 Nitrile Groups as Vibrational Probes: Calculations of the Câ‰¡N Infrared Absorption Line Shape of
Acetonitrile in Water and Tetrahydrofuran. Journal of Physical Chemistry B, 2008, 112, 6301-6303. 1.2 92

2504 Surface Polarity of Î²-HMX Crystal and the Related Adhesive Forces with Estane Binder. Langmuir, 2008,
24, 13477-13482. 1.6 11

2505 The Structure of a Supersaturated Solution: A Neutron Scattering Study of Aqueous Urea. Crystal
Growth and Design, 2008, 8, 1559-1565. 1.4 24

2506 Hydrogen Bond Breaking Mechanism and Water Reorientational Dynamics in the Hydration Layer of
Lysozyme. Journal of Physical Chemistry B, 2008, 112, 9112-9117. 1.2 53

2507 Identification of Phosphorylation Sites of TOPORS and a Role for Serine 98 in the Regulation of
Ubiquitin but Not SUMO E3 Ligase Activity. Biochemistry, 2008, 47, 13887-13896. 1.2 9

2508 Molecular Hydrophobic Attraction and Ion-Specific Effects Studied by Molecular Dynamics. Langmuir,
2008, 24, 1271-1283. 1.6 61

2509 Aggregation of FeCl<sub>2</sub> Clusters in Supercritical Water Investigated by Molecular Dynamics
Simulations. Journal of Physical Chemistry B, 2008, 112, 12374-12385. 1.2 11

2510 Computer Simulation of Uranyl Uptake by the Rough Lipopolysaccharide Membrane of Pseudomonas
aeruginosa. Biomacromolecules, 2008, 9, 29-35. 2.6 33

2511 Vibrational Spectral Diffusion and Hydrogen Bond Dynamics in Heavy Water from First Principles.
Journal of Physical Chemistry A, 2008, 112, 5104-5112. 1.1 129

2512 Application of High-Level Iterative Coupled-Cluster Methods to the Cytosine Molecule. Journal of
Physical Chemistry A, 2008, 112, 5538-5541. 1.1 14

2513 Can the anomalous aqueous solubility of Î²-cyclodextrin be explained by its hydration free energy
alone?. Physical Chemistry Chemical Physics, 2008, 10, 3236. 1.3 52

2514 Carâ€“Parrinello Molecular Dynamics Simulations of CaCl<sub>2</sub> Aqueous Solutions. Journal of
Chemical Theory and Computation, 2008, 4, 779-789. 2.3 66

2515 Properties of Water Confined in an Amphiphilic Nanopore. Journal of Physical Chemistry C, 2008, 112,
16893-16897. 1.5 14

2516 Temperature Dependence of Dimerization and Dewetting of Large-Scale Hydrophobes: A Molecular
Dynamics Study. Journal of Physical Chemistry B, 2008, 112, 8634-8644. 1.2 83

2517 Energetics of Cholesterol Transfer between Lipid Bilayers. Journal of Physical Chemistry B, 2008, 112,
3807-3811. 1.2 62

2518 Sticking Coefficient and Processing of Water Vapor on Organic-Coated Nanoaerosols. Journal of
Physical Chemistry A, 2008, 112, 966-972. 1.1 39

2519 Structural Transitions in Ion Coordination Driven by Changes in Competition for Ligand Binding.
Journal of the American Chemical Society, 2008, 130, 15405-15419. 6.6 72



135

Citation Report

# Article IF Citations

2520 Molecular Dynamics Simulation Study of Water in Amorphous Kapton. Macromolecules, 2008, 41,
3349-3362. 2.2 48

2521 Exploring Structure and Dynamics of the Diaquotriamminezinc(II) Complex by QM/MM MD Simulation.
Journal of Physical Chemistry B, 2008, 112, 5788-5794. 1.2 10

2522 Molecular Interplay of Cations and Nonpolar/Polar Sorbates in Titanosilicate ETS-10. Journal of
Physical Chemistry C, 2008, 112, 12861-12868. 1.5 8

2523 Room temperature ionic liquids containing low water concentrationsâ€”a molecular dynamics study.
Physical Chemistry Chemical Physics, 2008, 10, 4240. 1.3 91

2524 On the Uptake of Ammonia by the Water/Vapor Interface. Journal of Physical Chemistry A, 2008, 112,
3676-3679. 1.1 13

2525 Strong frequency dependence of dynamical coupling between protein and water. Journal of Chemical
Physics, 2008, 129, 155105. 1.2 33

2526
Understanding ligand-based modulation of the Hsp90 molecular chaperone dynamics at atomic
resolution. Proceedings of the National Academy of Sciences of the United States of America, 2008,
105, 7976-7981.

3.3 73

2527 Small Water Clusters: The Cases of Rare Gas-Water, Alkali Ion-Water and Water Dimer. Lecture Notes
in Computer Science, 2008, , 1026-1035. 1.0 17

2528 Molecular Dynamics Simulation for Bubble Nucleation of Water and Liquid Nitrogen in Explosive
Boiling. , 2008, , . 0

2529 Molecular theory of hydrodynamic boundary conditions in nanofluidics. Journal of Chemical Physics,
2008, 129, 134701. 1.2 37

2530
Interplay of local hydrogen-bonding and long-ranged dipolar forces in simulations of confined
water. Proceedings of the National Academy of Sciences of the United States of America, 2008, 105,
19136-19141.

3.3 59

2531 Assessment of the convergence of molecular dynamics simulations of lipopolysaccharide membranes.
Molecular Simulation, 2008, 34, 295-307. 0.9 33

2532 Measuring the dynamic surface accessibility of RNA with the small paramagnetic molecule TEMPOL.
Nucleic Acids Research, 2008, 36, e20-e20. 6.5 25

2533
Quantum dynamics of small H2 and D2 clusters in the large cage of structure II clathrate hydrate:
Energetics, occupancy, and vibrationally averaged cluster structures. Journal of Chemical Physics,
2008, 129, 244706.

1.2 59

2534 Water clusters (H2O)n, n=6â€“8, in external electric fields. Journal of Chemical Physics, 2008, 128,
034310. 1.2 52

2535 Molecular origin of the hydrophobic effect: Analysis using the angle-dependent integral equation
theory. Journal of Chemical Physics, 2008, 128, 024507. 1.2 91

2536 Uncovering the physical origin of the difference between aliphatic chain and aromatic ring in the
â€œhydrophobicâ€• effects on partial molar volume. Journal of Chemical Physics, 2008, 128, 044502. 1.2 5

2537
Polarizable interaction potential for water from coupled cluster calculations. II. Applications to
dimer spectra, virial coefficients, and simulations of liquid water. Journal of Chemical Physics, 2008,
128, 094314.

1.2 85



136

Citation Report

# Article IF Citations

2538 Equilibrium properties of quantum water clusters by the variational Gaussian wavepacket method.
Journal of Chemical Physics, 2008, 128, 094304. 1.2 42

2539 Spatial hydration maps and dynamics of naphthalene in ambient and supercritical water. Journal of
Chemical Physics, 2008, 128, 124514. 1.2 12

2540 Ultrafast intermolecular dynamics of liquid water: A theoretical study on two-dimensional infrared
spectroscopy. Journal of Chemical Physics, 2008, 128, 154521. 1.2 58

2541 Self-consistent polarization neglect of diatomic differential overlap: Application to water clusters.
Journal of Chemical Physics, 2008, 128, 164111. 1.2 24

2542 Effect of flexibility on surface tension and coexisting densities of water. Journal of Chemical Physics,
2008, 128, 174703. 1.2 53

2543 On mesh-based Ewald methods: Optimal parameters for two differentiation schemes. Journal of
Chemical Physics, 2008, 128, 214106. 1.2 13

2544
Quantum dynamics of H2, D2, and HD in the small dodecahedral cage of clathrate hydrate: Evaluating
H2-water nanocage interaction potentials by comparison of theory with inelastic neutron scattering
experiments. Journal of Chemical Physics, 2008, 128, 244715.

1.2 66

2545 The Wolf method applied to the liquid-vapor interface of water. Journal of Chemical Physics, 2008,
129, 024706. 1.2 32

2546
The isotropic nuclear magnetic shielding constants of acetone in supercritical water: A sequential
Monte Carlo/quantum mechanics study including solute polarization. Journal of Chemical Physics,
2008, 129, 034502.

1.2 30

2547 Extracting the pair distribution function of liquids and liquid-vapor surfaces by grazing incidence
x-ray diffraction mode. Journal of Chemical Physics, 2008, 129, 044504. 1.2 13

2548 A molecular dynamics study of the motion of a nanodroplet of pure liquid on a wetting gradient.
Journal of Chemical Physics, 2008, 129, 164708. 1.2 38

2549 Dynamics and thermodynamics of water. Journal of Physics Condensed Matter, 2008, 20, 244114. 0.7 47

2550 Online resource for theoretical study of hydration of biopolymers. SAR and QSAR in Environmental
Research, 2008, 19, 303-315. 1.0 2

2551 Multi-Scale Simulations Provide Supporting Evidence for the Hypothesis of Intramolecular Protein
Translocation in GroEL/GroES Complexes. PLoS Computational Biology, 2008, 4, e1000006. 1.5 8

2552 Adsorption of Water on TiO2 and SnO2 Surfaces: Molecular Dynamics Study. Collection of
Czechoslovak Chemical Communications, 2008, 73, 575-589. 1.0 11

2553 A molecular dynamics study on aqueous solutions for preparation of hollow CaCO3 particles.
Modelling and Simulation in Materials Science and Engineering, 2008, 16, 035006. 0.8 4

2554 Structureâ€“function relationship between the tobamovirus TMV-Cg coat protein and the HR-like
response. Journal of General Virology, 2008, 89, 809-817. 1.3 19

2555 An explicit quantum chemical solvent model for strongly coupled soluteâ€“solvent systems in ground
or excited state. Challenges and Advances in Computational Chemistry and Physics, 2008, , 215-246. 0.6 1



137

Citation Report

# Article IF Citations

2556 The effect of salt on the melting of ice: A molecular dynamics simulation study. Journal of Chemical
Physics, 2008, 129, 124504. 1.2 43

2557 Structure of the Mature Ectodomain of the Human Receptor-type Protein-tyrosine Phosphatase IA-2.
Journal of Biological Chemistry, 2008, 283, 4674-4681. 1.6 21

2558 Experimentally consistent atomistic modeling of bulk and local structure in liquids and disordered
materials by empirical potential structure refinement. Pure and Applied Chemistry, 2008, 80, 1211-1227. 0.9 10

2559 Percolation and clustering in supercritical aqueous fluids. Journal of Physics Condensed Matter,
2008, 20, 494208. 0.7 10

2560 A Diffusive Anomaly of Water in Aqueous Sodium Chloride Solutions at Low Temperatures. Journal of
Physical Chemistry B, 2008, 112, 1729-1735. 1.2 32

2561 Polarizable interaction potential for water from coupled cluster calculations. I. Analysis of dimer
potential energy surface. Journal of Chemical Physics, 2008, 128, 094313. 1.2 91

2562 Hydrophobic solvation of Gayâ€“Berne particles in modified water models. Journal of Chemical Physics,
2008, 128, 104506. 1.2 8

2563 Study of percolation and clustering in supercritical water-CO2 mixtures. Journal of Chemical Physics,
2008, 128, 164504. 1.2 14

2564 Specifics of solvation of sulfonated polyelectrolytes in water, dimethylmethylphosphonate, and their
mixture: A molecular simulation study. Journal of Chemical Physics, 2008, 128, 164902. 1.2 37

2565 Exp6-polar thermodynamics of dense supercritical water. Journal of Chemical Physics, 2008, 128,
174502. 1.2 24

2566 Langevin dynamics for rigid bodies of arbitrary shape. Journal of Chemical Physics, 2008, 128, 234107. 1.2 36

2567
The importance of polarizability in the modeling of solubility: Quantifying the effect of solute
polarizability on the solubility of small nonpolar solutes in popular models of water. Journal of
Chemical Physics, 2008, 129, 024508.

1.2 35

2568 Pressure-energy correlations in liquids. I. Results from computer simulations. Journal of Chemical
Physics, 2008, 129, 184507. 1.2 210

2569 Vibrational sum-frequency spectroscopy of the liquid/vapor interface for dilute HOD in D2O. Journal
of Chemical Physics, 2008, 129, 214705. 1.2 95

2570 The solvation of NaCl in model water with different hydrogen bond strength. Journal of Chemical
Physics, 2008, 129, 184505. 1.2 27

2571 Water and Ion Permeation through Electrically Charged Nanopore. Chinese Physics Letters, 2008, 25,
1486-1489. 1.3 10

2573 Intrinsic Structure of Hydrophobic Surfaces: The Oil-Water Interface. Physical Review Letters, 2008,
101, 056102. 2.9 69

2574 Nanostructure Design. Methods in Molecular Biology, 2008, 474, v-vii. 0.4 6



138

Citation Report

# Article IF Citations

2575
The Asymptotic Behavior of the Dipole and Quadrupole Moment of a Single Water Molecule from Gas
Phase to Large Clusters: A QCT Analysis. Synthesis and Reactivity in Inorganic, Metal Organic, and
Nano Metal Chemistry, 2008, 38, 91-100.

0.6 12

2576 Two Amino Acid Substitutions within the First External Loop of CCR5 Induce Human Immunodeficiency
Virus-Blocking Antibodies in Mice and Chickens. Journal of Virology, 2008, 82, 4125-4134. 1.5 19

2577 Single ion hydration free energies: A consistent comparison between experiment and classical
molecular simulation. Journal of Chemical Physics, 2008, 129, 204501. 1.2 31

2578
Accurate Density Functional Calculations of Near-Edge X-Ray and Optical Absorption Spectra of Liquid
Water Using Nonperiodic Boundary Conditions: The Role of Self-Interaction and Long-Range Effects.
Physical Review Letters, 2008, 100, 107401.

2.9 43

2579 Prediction of binding free energy for adsorption of antimicrobial peptide lactoferricin B on a POPC
membrane. Physical Review E, 2008, 77, 031913. 0.8 34

2580 A computational investigation of thermodynamics, structure, dynamics and solvation behavior in
modified water models. Journal of Chemical Physics, 2008, 128, 124511. 1.2 134

2581 Chapter 10 Atomistic and Mean Field Simulations of Lateral Organization in Membranes. Current
Topics in Membranes, 2008, , 281-312. 0.5 2

2582 A Polarizable Three-Site Water Model with Intramolecular Polarizability. Collection of Czechoslovak
Chemical Communications, 2008, 73, 507-517. 1.0 2

2583 Waterlike hierarchy of anomalies in a continuous spherical shouldered potential. Journal of
Chemical Physics, 2008, 128, 064901. 1.2 129

2584 The thickness of a liquid layer on the free surface of ice as obtained from computer simulation.
Journal of Chemical Physics, 2008, 129, 014702. 1.2 142

2585 A Molecular Dynamics Study on the Local Structure of Liquid-Vapor Interface of Water and L-J Fluid.
Journal of Thermal Science and Technology, 2008, 3, 234-240. 0.6 1

2586 A plastic phase of water from computer simulation. Journal of Chemical Physics, 2008, 128, 204501. 1.2 57

2587 The non-ideal solvation of NaCl in solvent: a simulation study. Molecular Physics, 2008, 106, 1047-1054. 0.8 5

2588 Biopreservative Capabilities of Disaccharides on Proteins: A Study by Molecular Dynamics Simulations.
AIP Conference Proceedings, 2008, , . 0.3 1

2589 DinÃ¢mica molecular: teoria e aplicaÃ§Ãµes em planejamento de fÃ¡rmacos. Ecletica Quimica, 2008, 33, 13-24. 0.2 24

2590 A Model for Estimating the Dynamic Contact Angle with Molecular Dynamics Simulation. Progress in
Multiphase Flow Research, 2008, 3, 17-26. 0.2 0

2591 Components for Atomistic-to-Continuum Multiscale Modeling of Flow in Micro- and Nanofluidic
Systems. Scientific Programming, 2008, 16, 297-313. 0.5 5

2592 Local Structural Effects on Intermolecular Vibrations in Liquid Water: The
Instantaneous-Normal-Mode Analysis. AIP Conference Proceedings, 2008, , . 0.3 0



139

Citation Report

# Article IF Citations

2593 Some Modeling Issues for Protein Structure Prediction Using Evolutionary Algorithms. , 2009, , . 1

2596 Roles of translational motion of water molecules in sustaining life. Frontiers in Bioscience -
Landmark, 2009, Volume, 3419. 3.0 68

2597 q-exponential distribution in time correlation function of water hydrogen bonds. Brazilian Journal
of Physics, 2009, 39, . 0.7 4

2599 AN INVESTIGATION INTO WATER BEHAVIOR IN MICROPORES BASED ON MOLECULAR DYNAMICS SIMULATION.
Doboku Gakkai Ronbunshuu E, 2009, 65, 311-321. 0.1 0

2600 Control algorithm for multiscale flow simulations of water. Physical Review E, 2009, 79, 045701. 0.8 21

2601 Estimating the sampling error: Distribution of transition matrices and functions of transition
matrices for given trajectory data. Physical Review E, 2009, 80, 021106. 0.8 40

2602 Accurate description of phase diagram of clathrate hydrates at the molecular level. Journal of
Chemical Physics, 2009, 131, 244510. 1.2 44

2603 Explicit-water molecular dynamics study of a short-chain 3,3 ionene in solutions with sodium halides.
Journal of Chemical Physics, 2009, 130, 134903. 1.2 18

2604 Thermodynamic, dynamic, and structural anomalies for shoulderlike potentials. Journal of Chemical
Physics, 2009, 131, 094504. 1.2 42

2605 Cation transport in nanopores. Molecular Simulation, 2009, 35, 280-286. 0.9 4

2606 Stable Liquid Water Droplet on a Water Monolayer Formed at Room Temperature on Ionic Model
Substrates. Physical Review Letters, 2009, 103, 137801. 2.9 238

2607 Suppression of the dynamic transition in surface water at low hydration levels: A study of water on
rutile. Physical Review E, 2009, 79, 051504. 0.8 61

2608 Dielectric relaxation of water inside a single-walled carbon nanotube. Physical Review B, 2009, 80, . 1.1 21

2610 Tetrahydrofuran Clathrate Hydrate Formation. Physical Review Letters, 2009, 103, 218301. 2.9 50

2611 Hybrid quantum/classical simulation of the vibrational relaxation of the bend fundamental in liquid
water. Journal of Chemical Physics, 2009, 131, 204505. 1.2 15

2612 Simulations of non-neutral slab systems with long-range electrostatic interactions in
two-dimensional periodic boundary conditions. Journal of Chemical Physics, 2009, 131, 094107. 1.2 65

2613 Cation specific binding with protein surface charges. Proceedings of the National Academy of
Sciences of the United States of America, 2009, 106, 13296-13300. 3.3 226

2614
Molecular dynamics simulation studies of cryoprotective agent solutions: the relation between
melting temperature and the ratio of hydrogen bonding acceptor to donor number. Molecular
Physics, 2009, 107, 673-684.

0.8 10



140

Citation Report

# Article IF Citations

2615 Assessing the electric-field approximation to IR and Raman spectra of dilute HOD in D2O. Journal of
Chemical Physics, 2009, 131, 034501. 1.2 11

2616 Engineering an ultra-stable affinity reagent based on Top7. Protein Engineering, Design and Selection,
2009, 22, 325-332. 1.0 23

2617 Enhanced surface hydrophobicity by coupling of surface polarity and topography. Proceedings of the
National Academy of Sciences of the United States of America, 2009, 106, 15181-15185. 3.3 106

2618 Quantum contributions in the ice phases: The path to a new empirical model for waterâ€”TIP4PQ/2005.
Journal of Chemical Physics, 2009, 131, 024506. 1.2 62

2619 Low-temperature fluid-phase behavior of ST2 water. Journal of Chemical Physics, 2009, 131, 104508. 1.2 139

2620 Ion specific correlations in bulk and at biointerfaces. Journal of Physics Condensed Matter, 2009, 21,
424108. 0.7 30

2621 <i>Ab initio</i> molecular dynamics calculations of ion hydration free energies. Journal of Chemical
Physics, 2009, 130, 204507. 1.2 111

2622 Computer simulation study on the structure and spectrum of water in
BF&lt;inf&gt;4&lt;/inf&gt;&lt;sup&gt;&amp;#x2212;&lt;/sup&gt; solvation shell. , 2009, , . 0

2623 Simulation of water clusters in vapour, alkanes and polyethylenes. Molecular Simulation, 2009, 35,
888-896. 0.9 7

2624 Molecular dynamics simulation of water confined in a nanopore of amorphous silica. Molecular
Simulation, 2009, 35, 1215-1223. 0.9 38

2625 The short range anion-H interaction is the driving force for crystal formation of ions in water.
Journal of Chemical Physics, 2009, 130, 174505. 1.2 65

2626 STRUCTURE OF IONS AND WATER AROUND A POLYELECTROLYTE IN A POLARIZABLE NANOPORE.
International Journal of Modern Physics C, 2009, 20, 1485-1492. 0.8 2

2627 Temperature-dependent wettability on a titanium dioxide surface. Molecular Simulation, 2009, 35, 31-37. 0.9 49

2628 Simulation Study on the Structure and Dynamics of Water in Sodium Tetrafluoroborate/Water.
Chinese Journal of Chemical Physics, 2009, 22, 460-466. 0.6 7

2629
On the fluctuations that drive small ions toward, and away from, interfaces between polar liquids
and their vapors. Proceedings of the National Academy of Sciences of the United States of America,
2009, 106, 15125-15130.

3.3 66

2630 Conformational effects of Lys191 in the human GnRH receptor: mutagenesis and molecular dynamics
simulations studies. Journal of Endocrinology, 2009, 201, 297-307. 1.2 14

2631 A theoretical study on the frequency-dependent electric conductivity of electrolyte solutions. II.
Effect of hydrodynamic interaction. Journal of Chemical Physics, 2009, 130, 094506. 1.2 28

2632 Diffusion behavior in a liquid-liquid interfacial crystallization by molecular dynamics simulations.
Journal of Chemical Physics, 2009, 131, 174707. 1.2 12



141

Citation Report

# Article IF Citations

2633 Dynamically slow processes in supercooled water confined between hydrophobic plates. Journal of
Physics Condensed Matter, 2009, 21, 504107. 0.7 14

2634 Molecular Dynamics as a Tool in Rational Drug Design: Current Status and Some Major Applications.
Current Computer-Aided Drug Design, 2009, 5, 225-240. 0.8 38

2635 Salt induced asymmetry in membrane simulations by partial restriction of ionic motion. Journal of
Chemical Physics, 2009, 130, 195105. 1.2 14

2636 Quantum effects on the maximum in density of water as described by the TIP4PQ/2005 model. Journal of
Chemical Physics, 2009, 131, 124518. 1.2 26

2637 Multi-particle sampling in Monte Carlo simulations on fluids: efficiency and extended
implementations. Molecular Simulation, 2009, 35, 660-672. 0.9 11

2638 Theory for the three-dimensional Mercedes-Benz model of water. Journal of Chemical Physics, 2009,
131, 194504. 1.2 41

2639 Structure-thermodynamics relation of electrolyte solutions. Journal of Chemical Physics, 2009, 130,
134507. 1.2 99

2640 Modeling Signal Propagation Mechanisms and Ligand-Based Conformational Dynamics of the Hsp90
Molecular Chaperone Full-Length Dimer. PLoS Computational Biology, 2009, 5, e1000323. 1.5 138

2641 Space and time dynamical heterogeneity in glassy relaxation. The role of democratic clusters. Journal
of Physics Condensed Matter, 2009, 21, 203103. 0.7 28

2642 Rigid Molecule Approximation in Memory Function-based Models for Molecular Liquids: Application
to Liquid Water. Zeitschrift Fur Physikalische Chemie, 2009, 223, 957-978. 1.4 1

2643 Methane-water clusters under pressure: Are clathrate cages optimal clusters?. Journal of Chemical
Physics, 2009, 130, 024905. 1.2 12

2644 The static-exchange electron-water pseudopotential, in conjunction with a polarizable water model: A
new Hamiltonian for hydrated-electron simulations. Journal of Chemical Physics, 2009, 130, 124115. 1.2 47

2645 The hydration of aniline: Analysis of spatial distribution functions. Journal of Chemical Physics, 2009,
130, 114509. 1.2 14

2646 Thermodynamically dominant hydration structures of aqueous ions. Journal of Chemical Physics,
2009, 130, 195102. 1.2 50

2647 Molecular dynamics investigation of hydration of nanoscopic hydrophobic paraffin-like plates.
Journal of Chemical Physics, 2009, 131, 014507. 1.2 15

2648 Transition path sampling of water exchange rates and mechanisms around aqueous ions. Journal of
Chemical Physics, 2009, 131, 114512. 1.2 30

2649 High-density amorphous ice: Molecular dynamics simulations of the glass transition at 0.3 GPa.
Journal of Chemical Physics, 2009, 131, 114502. 1.2 10

2650 A computationally less demanding charge-on-spring model for the water molecule. Journal of
Chemical Physics, 2009, 131, 114104. 1.2 3



142

Citation Report

# Article IF Citations

2651 Water structure, dynamics, and vibrational spectroscopy in sodium bromide solutions. Journal of
Chemical Physics, 2009, 131, 144511. 1.2 135

2652 Ultrafast energy relaxation and anisotropy decay of the librational motion in liquid water: A
molecular dynamics study. Journal of Chemical Physics, 2009, 131, 164511. 1.2 37

2653 Hydrophobic effects on multivalent-salt-induced self-condensation of DNA. Journal of Chemical
Physics, 2009, 131, 161103. 1.2 8

2654 Molecular dynamics simulation of cooling: Heat transfer from a photoexcited peptide to the solvent.
Journal of Chemical Physics, 2009, 131, 184503. 1.2 41

2655 Comprehensive structural modelling of aqueous solutions using neutron diffraction and X-ray
absorption spectroscopy. Journal of Physics: Conference Series, 2009, 190, 012022. 0.3 12

2656 Effects of solid surfaces on hydrate kinetics and stability. Geological Society Special Publication,
2009, 319, 131-144. 0.8 12

2657 A Unique 2-Sulfated Î²-Galactan from the Egg Jelly of the Sea Urchin Glyptocidaris crenularis. Journal
of Biological Chemistry, 2009, 284, 18790-18800. 1.6 44

2658 Excited state properties of liquid water. Journal of Physics Condensed Matter, 2009, 21, 033101. 0.7 24

2659
Characterizing hydrophobicity of interfaces by using cavity formation, solute binding, and water
correlations. Proceedings of the National Academy of Sciences of the United States of America, 2009,
106, 15119-15124.

3.3 309

2660 Atomistic Modeling in Study of Polymer Electrolyte Fuel Cells â€“ A Review. Modern Aspects of
Electrochemistry, 2009, , 307-380. 0.2 0

2661 Studying the unfolding process of protein G and protein L under physical property space. BMC
Bioinformatics, 2009, 10, S44. 1.2 6

2662 Simulations of conformers of tuftsin and a cyclic tuftsin analog. International Journal of Peptide
and Protein Research, 1995, 46, 372-380. 0.1 12

2663 Gated and Differently Functionalized (New) Porous Capsules Direct Encapsulates' Structures: Higher
and Lower Density Water. Chemistry - A European Journal, 2009, 15, 1844-1852. 1.7 74

2664 A multipoleâ€•based water potential with implicit polarization for biomolecular simulations. Journal of
Computational Chemistry, 2009, 30, 893-899. 1.5 17

2665 CHARMM: The biomolecular simulation program. Journal of Computational Chemistry, 2009, 30,
1545-1614. 1.5 7,077

2666
Hydrated germanium (II): Irregular structural and dynamical properties revealed by a quantum
mechanical charge field molecular dynamics study. Journal of Computational Chemistry, 2010, 31,
278-285.

1.5 6

2667 Assessment of biomolecular force fields for molecular dynamics simulations in a protein crystal.
Journal of Computational Chemistry, 2010, 31, 371-380. 1.5 42

2668 Nanoscale Transport Dynamics inside a Hydrated Nafion Membrane with Electric Field Effects. Fuel
Cells, 2010, 10, 17-25. 1.5 4



143

Citation Report

# Article IF Citations

2669 Josephin domain of ataxinâ€•3 contains two distinct ubiquitinâ€•binding sites. Biopolymers, 2009, 91,
1203-1214. 1.2 77

2670 Mechanistic studies of displacerâ€“protein binding in chemically selective displacement systems using
NMR and MD simulations. Biotechnology and Bioengineering, 2009, 102, 1428-1437. 1.7 10

2671 Structure and dynamics of the influenza A M2 Channel: a comparison of three structures. Journal of
Molecular Modeling, 2009, 15, 1317-1328. 0.8 11

2672 Potential of mean force of the hepatitis C virus core proteinâ€“monoclonal 19D9D6 antibody
interaction. Biophysical Chemistry, 2009, 145, 86-90. 1.5 8

2673 Relation between the OH stretching frequency and the OO distance in time-resolved infrared
spectroscopy of hydrogen bonding. Chemical Physics, 2009, 359, 53-57. 0.9 24

2674 Islet neogenesis associated protein (ingap): Structural and dynamical properties of its active
pentadecapeptide. Journal of Molecular Graphics and Modelling, 2009, 27, 701-705. 1.3 5

2675 Ï‘-SHAKE: An extension to SHAKE for the explicit treatment of angular constraints. Computer Physics
Communications, 2009, 180, 360-364. 3.0 13

2676 Accurate thermodynamic and dielectric equations of state for high-temperature simulated water.
Fluid Phase Equilibria, 2009, 277, 145-151. 1.4 31

2677
Relative solvation free energies calculated using an ab initio QM/MM-based free energy perturbation
method: dependence of results on simulation length. Journal of Computer-Aided Molecular Design,
2009, 23, 837-843.

1.3 4

2678
Estimation of Water Diffusion Coefficients in Freeze-Concentrated Matrices of Sugar Solutions Using
Molecular Dynamics: Correlation Between Estimated Diffusion Coefficients and Measured Ice-Crystal
Recrystallization Rates. Food Biophysics, 2009, 4, 340-346.

1.4 20

2679
Pressure effects on diffusion in liquid ammonia : A simulation study using a combination of
isobaric-isothermal and microcanonical molecular dynamics. Indian Journal of Physics, 2009, 83,
91-100.

0.9 11

2680 Study of water clusters in the nÂ =Â 2â€“34 size regime, based on the ABEEM/MM model. Theoretical
Chemistry Accounts, 2009, 123, 487-500. 0.5 29

2681 Molecular modeling and dynamics studies with explicit inclusion of electronic polarizability: theory
and applications. Theoretical Chemistry Accounts, 2009, 124, 11-28. 0.5 314

2682
Characterization of the outer membrane protein OprF of <i>Pseudomonas aeruginosa</i> in a
lipopolysaccharide membrane by computer simulation. Proteins: Structure, Function and
Bioinformatics, 2009, 74, 475-488.

1.5 56

2683 An in silico study of the molecular basis of B-RAF activation and conformational stability. BMC
Structural Biology, 2009, 9, 47. 2.3 15

2684 Helical extension of the neuronal SNARE complex into the membrane. Nature, 2009, 460, 525-528. 13.7 368

2685 Siteâ€•directed enzymatic PEGylation of the human granulocyte colonyâ€•stimulating factor. FEBS Journal,
2009, 276, 6741-6750. 2.2 42

2686 Molecular Dynamics of Ions in Two Forms of an Electroactive Polymer. Annals of the New York
Academy of Sciences, 2009, 1161, 105-116. 1.8 2



144

Citation Report

# Article IF Citations

2687 Hydrogen bonding analysis of glycerol aqueous solutions: A molecular dynamics simulation study.
Journal of Molecular Liquids, 2009, 146, 23-28. 2.3 100

2688 A polarizable, four-point-charge model of water with size variation. Journal of Molecular Liquids,
2009, 148, 88-93. 2.3 4

2689
Water behavior in the neighborhood of hydrophilic and hydrophobic membranes: Lessons from
molecular dynamics simulations. Physica A: Statistical Mechanics and Its Applications, 2009, 388,
4551-4559.

1.2 9

2690 A molecular dynamics study of cryoprotective agent â€“ Waterâ€“sodium chloride ternary solutions.
Computational and Theoretical Chemistry, 2009, 916, 37-46. 1.5 13

2691 Molecular Dynamics study of ionic nano-clusters produced from supercritical solutions. Journal of
Supercritical Fluids, 2009, 50, 169-175. 1.6 4

2692 A comparison of sulfur mustard and heptane penetrating a dipalmitoylphosphatidylcholine bilayer
membrane. Journal of Hazardous Materials, 2009, 168, 13-24. 6.5 11

2693 What can we learn by comparing experimental and theoretical-computational X-ray scattering data?.
Journal of Molecular Liquids, 2009, 144, 9-12. 2.3 3

2694 A molecular dynamics investigation of the stability of a charged electroactive polymer monolayer.
Journal of Molecular Liquids, 2009, 144, 75-88. 2.3 7

2695 Estimation of zeta potentials of titania nanoparticles by molecular simulation. Physica A: Statistical
Mechanics and Its Applications, 2009, 388, 4091-4096. 1.2 15

2696
Surface films of short fluorocarbonâ€“hydrocarbon diblocks studied by molecular dynamics
simulations: Spontaneous formation of elongated hemimicelles. Journal of Colloid and Interface
Science, 2009, 329, 351-356.

5.0 14

2697 High-ionic-strength electroosmotic flows in uncharged hydrophobic nanochannels. Journal of
Colloid and Interface Science, 2009, 330, 194-200. 5.0 19

2698 Comparison of molecular dynamics simulations with triple layer and modified Gouyâ€“Chapman models
in a 0.1 M NaClâ€“montmorillonite system. Journal of Colloid and Interface Science, 2009, 339, 533-541. 5.0 117

2699 Static and dynamic contact angles of water droplet on a solid surface using molecular dynamics
simulation. Journal of Colloid and Interface Science, 2009, 339, 187-195. 5.0 102

2700 Overhauser dynamic nuclear polarization and molecular dynamics simulations using pyrroline and
piperidine ring nitroxide radicals. Journal of Magnetic Resonance, 2009, 200, 137-141. 1.2 21

2701 Molecular structure and transport dynamics in Nafion and sulfonated poly(ether ether ketone) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 182 Td (ketone) membranes. Journal of Power Sources, 2009, 194, 746-752.4.0 28

2702 Wetting of hydrophobic substrates by nanodroplets of aqueous trisiloxane and alkyl polyethoxylate
surfactant solutions. Chemical Engineering Science, 2009, 64, 4657-4667. 1.9 38

2703
Study of the effect of Na+ and Ca2+ ion concentration on the structure of an asymmetric
DPPC/DPPC+DPPS lipid bilayer by molecular dynamics simulation. Colloids and Surfaces B:
Biointerfaces, 2009, 73, 42-50.

2.5 42

2704 Molecular dynamics simulation of wetting on modified amorphous silica surface. Applied Surface
Science, 2009, 255, 9078-9084. 3.1 81



145

Citation Report

# Article IF Citations

2705 Water: Hydrogen bonding and vibrational spectroscopy, in the bulk liquid and at the liquid/vapor
interface. Chemical Physics Letters, 2009, 470, 13-20. 1.2 79

2706 Statistical mechanics of sum frequency generation spectroscopy for the liquidâ€“vapor interface of
dilute aqueous salt solutions. Chemical Physics Letters, 2009, 470, 21-27. 1.2 10

2707 Germanium(II) in water: An unusual hydration structure results of a QMCF MD simulation. Chemical
Physics Letters, 2009, 470, 85-89. 1.2 13

2708 Molecular dynamics simulation of liquidâ€“vapor phase equilibria in polar fluids. Chemical Physics
Letters, 2009, 473, 66-71. 1.2 11

2709 A chloride ion-selective boron nitride nanotube. Chemical Physics Letters, 2009, 478, 185-190. 1.2 35

2710 Specific ion adsorption at the air/water interface: The role of hydrophobic solvation. Chemical
Physics Letters, 2009, 479, 173-183. 1.2 208

2711 Vaporâ€“liquid phase equilibria of water modelled by a Kimâ€“Gordon potential. Chemical Physics Letters,
2009, 479, 60-64. 1.2 2

2712 Towards the complete understanding of water by a first-principles computational approach. Chemical
Physics Letters, 2009, 482, 1-14. 1.2 88

2713 Potential of mean force for Syrian hamster prion epitope protein â€“ Monoclonal fab 3f4 antibody
interaction studies. European Journal of Medicinal Chemistry, 2009, 44, 3504-3508. 2.6 5

2714 A molecular dynamics study of the Gibbs free energy of solvation of fullerene particles in octanol
and water. Carbon, 2009, 47, 2865-2874. 5.4 30

2715 GROMOS96 43a1 performance on the characterization of glycoprotein conformational ensembles
through molecular dynamics simulations. Carbohydrate Research, 2009, 344, 491-500. 1.1 93

2716 Single homopolypeptide chains collapse into mechanically rigid conformations. Proceedings of the
National Academy of Sciences of the United States of America, 2009, 106, 12605-12610. 3.3 84

2717 Water Modeled As an Intermediate Element between Carbon and Silicon. Journal of Physical Chemistry
B, 2009, 113, 4008-4016. 1.2 799

2718 Thermally Responsive Fluid Behaviors in Hydrophobic Nanopores. Langmuir, 2009, 25, 11862-11868. 1.6 29

2719 Water-mediated ordering of nanoparticles in an electric field. Faraday Discussions, 2009, 141, 55-66. 1.6 54

2720 Ultrafast Energy Transfer from the Intramolecular Bending Vibration to Librations in Liquid Water.
Journal of Physical Chemistry A, 2009, 113, 6657-6665. 1.1 52

2721 Effect of an ionic impurity on the caloric curves of water clusters. European Physical Journal D, 2009,
52, 47-50. 0.6 24

2722 On the suitability of the ILJ function to match different formulations of the electrostatic potential
for water-water interactions. European Physical Journal D, 2009, 55, 75-85. 0.6 75



146

Citation Report

# Article IF Citations

2723 Comparative atomistic and coarse-grained study of water: What do we lose by coarse-graining?.
European Physical Journal E, 2009, 28, 221-229. 0.7 231

2724 Evidence of a two-state picture for supercooled water and its connections with glassy dynamics.
European Physical Journal E, 2009, 29, 305-310. 0.7 78

2725
Quantum mechanical and molecular mechanical simulation approaches bridging length and time
scales for simulation of interface reactions in realistic environments. European Physical Journal:
Special Topics, 2009, 177, 59-81.

1.2 3

2726 Modeling strategies for polyelectrolyte multilayers. European Physical Journal: Special Topics, 2009,
177, 129-148. 1.2 13

2727 Low-frequency vibrational properties of lysozyme in sugar aqueous solutions: A Raman scattering and
molecular dynamics simulation study. Journal of Chemical Physics, 2009, 131, 245103. 1.2 30

2728 Influence of Concentration and Anion Size on Hydration of H<sup>+</sup> Ions and Water Structure.
Journal of Physical Chemistry B, 2009, 113, 4075-4081. 1.2 20

2729
Methane molecule confined in the small and large cages of structure I clathrate hydrate: Quantum
six-dimensional calculations of the coupled translation-rotation eigenstates. Journal of Chemical
Physics, 2009, 131, 224308.

1.2 20

2730 Pathways for H<sub>2</sub>O Bend Vibrational Relaxation in Liquid Water. Journal of Physical
Chemistry A, 2009, 113, 8949-8962. 1.1 73

2731 Aggregation of Amyloidogenic Peptides near Hydrophobic and Hydrophilic Surfaces. Langmuir, 2009,
25, 8111-8116. 1.6 21

2732 Polarizable Intermolecular Potentials for Water and Benzene Interacting with Halide and Metal Ions.
Journal of Chemical Theory and Computation, 2009, 5, 3022-3031. 2.3 34

2733 Effects of Alkali Cations and Halide Anions on the DOPC Lipid Membrane. Journal of Physical Chemistry
A, 2009, 113, 7235-7243. 1.1 144

2734 Permeability of Small Molecules through a Lipid Bilayer: A Multiscale Simulation Study. Journal of
Physical Chemistry B, 2009, 113, 12019-12029. 1.2 147

2735 Molecular Dynamics Simulations of the Dynamic and Energetic Properties of Alkali and Halide Ions
Using Water-Model-Specific Ion Parameters. Journal of Physical Chemistry B, 2009, 113, 13279-13290. 1.2 476

2736 Raman Spectroscopy and Cage Occupancy of Hydrogen Clathrate Hydrate from First-Principle
Calculations. Journal of the American Chemical Society, 2009, 131, 14132-14133. 6.6 36

2737 Polarization effects in Clâˆ’(H2O) n clusters. Computer simulation. Colloid Journal, 2009, 71, 406-421. 0.5 28

2738 Molecular simulation of gas hydrate nanoclusters in water shell: Structure and phase transitions.
Colloid Journal, 2009, 71, 589-595. 0.5 6

2739 Effect of counterions on the structure of reverse micelles according to the data of
molecular-dynamic simulation. Colloid Journal, 2009, 71, 803-809. 0.5 8

2740 Simulation of the electrical double layer of a spherical micelle of an anionic substance with regard
to the solvent structure. Colloid Journal, 2009, 71, 846-851. 0.5 6



147

Citation Report

# Article IF Citations

2741 Numerical simulation of water vapor nucleation on electrically neutral nanoparticles. Journal of
Experimental and Theoretical Physics, 2009, 108, 447-468. 0.2 30

2742 Effect of Salt on the Dynamics of Aqueous Solution of Hydrophobic Solutes: A Molecular Dynamics
Simulation Study. Journal of Chemical &amp; Engineering Data, 2009, 54, 542-547. 1.0 9

2743 Solvent Motions and Solvation Processes in a Short-Time Regime: Effects on Excited-State
Intramolecular Processes in Solution. Journal of Physical Chemistry B, 2009, 113, 9255-9264. 1.2 7

2744
Relationship between Solution Structure and Phase Behavior: A Neutron Scattering Study of
Concentrated Aqueous Hexamethylenetetramine Solutions. Journal of Physical Chemistry B, 2009, 113,
5967-5977.

1.2 20

2745
Molecular Dynamics Simulations of Electrosprayed Water Nanodroplets: Internal Potential
Gradients, Location of Excess Charge Centers, and â€œHoppingâ€• Protons. Journal of Physical Chemistry
B, 2009, 113, 7071-7080.

1.2 12

2746 A Modified MSEVB Force Field for Protonated Water Clusters. Journal of Physical Chemistry B, 2009,
113, 4111-4118. 1.2 31

2747 Multiscale Computer Simulation Studies of Water-Based Montmorillonite/Poly(ethylene oxide)
Nanocomposites. Macromolecules, 2009, 42, 8260-8270. 2.2 58

2748 Spatial Decomposition Analysis of the Thermodynamics of Cyclodextrin Complexation. Journal of
Chemical Theory and Computation, 2009, 5, 1723-1730. 2.3 24

2749 Interactions of Cl<sup>âˆ’</sup> and OH Radical in Aqueous Solution. Journal of Physical Chemistry A,
2009, 113, 8823-8825. 1.1 13

2750 Vibrational Sum-Frequency Spectroscopy of the Water Liquid/Vapor Interface. Journal of Physical
Chemistry B, 2009, 113, 4125-4130. 1.2 102

2751 Adsorption Isotherms of Water on Mica: Redistribution and Film Growth. Journal of Physical
Chemistry B, 2009, 113, 1058-1067. 1.2 83

2752 Polarization and Spectral Shift of Benzophenone in Supercritical Water. Journal of Physical
Chemistry A, 2009, 113, 5112-5118. 1.1 25

2753
Potential Model Development Using Quantum Chemical Information for Molecular Simulation of
Adsorption Equilibria of Waterâˆ’Methanol (Ethanol) Mixtures in Zeolite NaA-4. Journal of Physical
Chemistry C, 2009, 113, 12225-12235.

1.5 12

2754 Phase Transitions Induced by Nanoconfinement in Liquid Water. Physical Review Letters, 2009, 102,
050603. 2.9 208

2755 Simulation of Water Adsorption on Kaolinite under Atmospheric Conditions. Journal of Physical
Chemistry A, 2009, 113, 7826-7833. 1.1 73

2756 Interfacial Complex Formation in Uranyl Extraction by Tributyl Phosphate in Dodecane Diluent: A
Molecular Dynamics Study. Journal of Physical Chemistry B, 2009, 113, 9852-9862. 1.2 38

2757
The Effect of Intermolecular Interactions on Local Density Inhomogeneities and Related Dynamics in
Pure Supercritical Fluids. A Comparative Molecular Dynamics Simulation Study. Journal of Physical
Chemistry B, 2009, 113, 2783-2793.

1.2 39

2758 Effect of Surface Polarity on the Structure and Dynamics of Water in Nanoscale Confinement.
Journal of Physical Chemistry B, 2009, 113, 1438-1446. 1.2 143



148

Citation Report

# Article IF Citations

2759 Anomalous Dynamics of Hydration Water in Carbohydrate Solutions. Journal of Physical Chemistry B,
2009, 113, 12999-13006. 1.2 33

2760 All-Atom Force Field for the Prediction of Vaporâˆ’Liquid Equilibria and Interfacial Properties of
HFA134a. Journal of Physical Chemistry B, 2009, 113, 178-187. 1.2 42

2761 Bond-Valence Constraints on Liquid Water Structure. Journal of Physical Chemistry A, 2009, 113,
1847-1857. 1.1 27

2762 Interfacial Structure and Dynamics of Siloxane Systems: PDMSâˆ’Vapor and PDMSâˆ’Water.
Macromolecules, 2009, 42, 3186-3194. 2.2 74

2763 Polyoxometalate Keggin Anions at Aqueous Interfaces with Organic Solvents, Ionic Liquids, and
Graphite: a Molecular Dynamics Study. Journal of Physical Chemistry C, 2009, 113, 18233-18243. 1.5 40

2764 Dissimilar Dynamics of Coupled Water Vibrations. Journal of Physical Chemistry A, 2009, 113, 6260-6265. 1.1 50

2765 Microscopic Wetting of Mixed Self-assembled Monolayers: A Molecular Dynamics Study. Journal of
Physical Chemistry B, 2009, 113, 4161-4169. 1.2 40

2766 Interaction of Water with N,Nâ€²âˆ’1,2-Ethanediyl-bis(6-hydroxy-hexanamide) Crystals: A Simulation Study.
Journal of Physical Chemistry B, 2009, 113, 627-631. 1.2 3

2767 Hydrophobic Interactions and Dewetting between Plates with Hydrophobic and Hydrophilic Domains.
Journal of Physical Chemistry C, 2009, 113, 5244-5253. 1.5 104

2768 Simulation of NH<sub>3</sub> Temperature-Programmed Desorption Curves Using an ab Initio Force
Field. Journal of Physical Chemistry C, 2009, 113, 16051-16057. 1.5 28

2769 Multiscale Approach to the Structural Study of Water Confined in MCM41. Journal of Physical
Chemistry B, 2009, 113, 16169-16177. 1.2 66

2770 Hydrogen Bonds and Vibrations of Water on (110) Rutile. Journal of Physical Chemistry C, 2009, 113,
13732-13740. 1.5 74

2771 Origin of the Hydration Force: Water-Mediated Interaction between Two Hydrophilic Plates. Journal
of Physical Chemistry B, 2009, 113, 13222-13228. 1.2 47

2772 Dimerization Thermodynamics of Large Hydrophobic Plates: A Scaled Particle Theory Study. Journal of
Physical Chemistry B, 2009, 113, 11232-11239. 1.2 66

2773 Accurate thermodynamics for short-ranged truncations of Coulomb interactions in site-site
molecular models. Journal of Chemical Physics, 2009, 131, 244108. 1.2 25

2774 Toward a Simple Molecular Understanding of Sum Frequency Generation at Airâˆ’Water Interfaces.
Journal of Physical Chemistry B, 2009, 113, 4065-4074. 1.2 26

2775 Structural Investigation of Lanthanoid Coordination: a Combined XANES and Molecular Dynamics
Study. Inorganic Chemistry, 2009, 48, 10239-10248. 1.9 51

2776 Coaxial Cross-Diffusion through Carbon Nantoubes. Journal of Physical Chemistry B, 2009, 113,
14844-14848. 1.2 3



149

Citation Report

# Article IF Citations

2777 Regulating the Conformation of Prion Protein through Ligand Binding. Journal of Physical Chemistry
B, 2009, 113, 12853-12856. 1.2 29

2778 Ion-Specific Interactions between Halides and Basic Amino Acids in Water. Journal of Physical
Chemistry A, 2009, 113, 1969-1975. 1.1 49

2779 Generation and Integration of NaOH into NaCl Clusters in Supercritical Water: A Molecular Dynamics
Study on Hydrolysis Product Partitioning. Journal of Physical Chemistry B, 2009, 113, 14681-14688. 1.2 8

2780 Solvent Structure and the Extended Range Hydration of Cr<sup>3+</sup> in Aqueous Solution.
Journal of Physical Chemistry B, 2009, 113, 11858-11864. 1.2 17

2781 A Kirkwoodâˆ’Buff Derived Force Field for Thiols, Sulfides, and Disulfides. Journal of Physical
Chemistry B, 2009, 113, 12306-12315. 1.2 27

2782 Developing Improved Charge Sets for the Modeling of the KcsA K<sup>+</sup> Channel Using QM/MM
Electrostatic Potentials. Journal of Chemical Theory and Computation, 2009, 5, 2173-2179. 2.3 17

2783 How Surface Wettability Affects the Binding, Folding, and Dynamics of Hydrophobic Polymers at
Interfaces. Langmuir, 2009, 25, 13092-13099. 1.6 69

2784 Perturbations of Membrane Structure by Cholesterol and Cholesterol Derivatives Are Determined by
Sterol Orientation. Journal of the American Chemical Society, 2009, 131, 4854-4865. 6.6 77

2785 Why Water Reorientation Slows without Iceberg Formation around Hydrophobic Solutes. Journal of
Physical Chemistry B, 2009, 113, 2428-2435. 1.2 338

2786 Translational and Rotational Dynamics of Monosaccharide Solutions. Journal of Physical Chemistry
B, 2009, 113, 13079-13085. 1.2 28

2787 Water-induced polaron formation at the pentacene surface: Quantum mechanical molecular
mechanics simulations. Physical Review B, 2009, 79, . 1.1 44

2788 Solvation of KSCN in Water. Journal of Physical Chemistry B, 2009, 113, 10014-10021. 1.2 40

2789 Interfacial Water at Hydrophobic and Hydrophilic Surfaces: Slip, Viscosity, and Diffusion. Langmuir,
2009, 25, 10768-10781. 1.6 433

2790 Influence of Hydrophilic Surface Specificity on the Structural Properties of Confined Water. Journal
of Physical Chemistry B, 2009, 113, 13825-13839. 1.2 80

2791 Dynamics of the Streptavidinâˆ’Biotin Complex in Solution and in Its Crystal Lattice: Distinct Behavior
Revealed by Molecular Simulations. Journal of Physical Chemistry B, 2009, 113, 6971-6985. 1.2 37

2792 Computer Simulations of Ionenes, Hydrophobic Ions with Unusual Solution Thermodynamic
Properties. The Ion-Specific Effects. Journal of Physical Chemistry B, 2009, 113, 14270-14276. 1.2 16

2793 Solution Structure of NaNO<sub>3</sub> in Water: Diffraction and Molecular Dynamics Simulation
Study. Journal of Physical Chemistry B, 2009, 113, 4054-4064. 1.2 62

2794 Liquid Structure and Dynamics of Aqueous Isopropanol over Î³-Alumina. Journal of Physical Chemistry
C, 2009, 113, 21342-21352. 1.5 15



150

Citation Report

# Article IF Citations

2795 Water Structure at Solid Surfaces of Varying Hydrophobicity. Journal of Physical Chemistry C, 2009,
113, 20002-20008. 1.5 44

2796 Hydrophobic Solvation: A 2D IR Spectroscopic Inquest. Accounts of Chemical Research, 2009, 42,
1229-1238. 7.6 121

2797
Understanding the Structure of Aqueous Cesium Chloride Solutions by Combining Diffraction
Experiments, Molecular Dynamics Simulations, and Reverse Monte Carlo Modeling. Journal of Physical
Chemistry B, 2009, 113, 10760-10769.

1.2 43

2798 New Insights into the Activation of Escherichia coli Tyrosine Kinase Revealed by Molecular Dynamics
Simulation and Biochemical Analysis. Biochemistry, 2009, 48, 7986-7995. 1.2 12

2799 Orientational Dynamics of Water in Phospholipid Bilayers with Different Hydration Levels. Journal of
Physical Chemistry B, 2009, 113, 7676-7680. 1.2 57

2800 Raman Spectroscopic Study on the Solvation of <i>p</i>-Aminobenzonitrile in Supercritical Water and
Methanol. Journal of Physical Chemistry A, 2009, 113, 3143-3154. 1.1 21

2801
Polarizable Simulations with Second-Order Interaction Modelâ€”Force Field and Software for Fast
Polarizable Calculations: Parameters for Small Model Systems and Free Energy Calculations. Journal
of Chemical Theory and Computation, 2009, 5, 2935-2943.

2.3 26

2802
Essential Role of Hydration in Aggregation of Misfolded Prion Proteins: Quantification by Molecular
Theory of Solvation. Journal of Toxicology and Environmental Health - Part A: Current Issues, 2009,
72, 1060-1068.

1.1 0

2803
Mediating Role of Multivalent Cations in DNA Electrostatics: An Epsilon-Modified Poissonâˆ’Boltzmann
Study of B-DNAâˆ’B-DNA Interactions in Mixture of NaCl and MgCl<sub>2</sub> Solutions. Journal of
Physical Chemistry B, 2009, 113, 2160-2169.

1.2 8

2804 Reoptimization of the AMBER Force Field Parameters for Peptide Bond (Omega) Torsions Using
Accelerated Molecular Dynamics. Journal of Physical Chemistry B, 2009, 113, 16590-16595. 1.2 77

2805 Hydration Water Dynamics Near Biological Interfaces. Journal of Physical Chemistry B, 2009, 113,
4082-4092. 1.2 56

2806 Structure of the Amyloid-Î² (1âˆ’42) Monomer Absorbed To Model Phospholipid Bilayers: A Molecular
Dynamics Study. Journal of Physical Chemistry B, 2009, 113, 14480-14486. 1.2 75

2807 Structure of Aqueous Solutions of Monosodium Glutamate. Journal of Physical Chemistry B, 2009, 113,
7687-7700. 1.2 21

2808 Temperature Dependent Electron Binding in (H<sub>2</sub>O)<sub>8</sub>. Journal of Physical
Chemistry A, 2009, 113, 10886-10890. 1.1 5

2809 Thermodynamic Properties of Liquid Water: An Application of a Nonparametric Approach to Computing
the Entropy of a Neat Fluid. Journal of Chemical Theory and Computation, 2009, 5, 1462-1473. 2.3 47

2810 Effects of Long-Range Electrostatics on Time-Dependent Stokes Shift Calculations. Journal of
Chemical Theory and Computation, 2009, 5, 1959-1967. 2.3 21

2811 Fourth and Fifth Virial Coefficients of Polarizable Water. Journal of Physical Chemistry B, 2009, 113,
7810-7815. 1.2 51

2812 Structure Prediction of Bis(amino acidato)copper(II) Complexes with a New Force Field for Molecular
Modeling. Journal of Chemical Theory and Computation, 2009, 5, 1940-1954. 2.3 24



151

Citation Report

# Article IF Citations

2813
Experimental and Theoretical Characterization of Adsorbed Water on Self-Assembled Monolayers:
Understanding the Interaction of Water with Atmospherically Relevant Surfaces. Journal of Physical
Chemistry A, 2009, 113, 2060-2069.

1.1 56

2814 Water harvesting using a conducting polymer: A study by molecular dynamics simulation. Physical
Review E, 2009, 79, 061801. 0.8 28

2815 Coexistence and transition between Cassie and Wenzel state on pillared hydrophobic surface.
Proceedings of the National Academy of Sciences of the United States of America, 2009, 106, 8435-8440. 3.3 395

2816 A steered molecular dynamics method with adaptive direction adjustments. Biochemical and
Biophysical Research Communications, 2009, 379, 494-498. 1.0 18

2817 On the driving force of cation exchange in clays: Insights from combined microcalorimetry
experiments and molecular simulation. Geochimica Et Cosmochimica Acta, 2009, 73, 4034-4044. 1.6 88

2818 A short guide for molecular dynamics simulations of RNA systems. Methods, 2009, 47, 187-197. 1.9 69

2819 Characterization of a new bioactive peptide from Potamotrygon gr. orbignyi freshwater stingray
venom. Peptides, 2009, 30, 2191-2199. 1.2 31

2820 The shoving model for the glass-former LiClÂ·6H2O: A molecular dynamics simulation study. Journal of
Non-Crystalline Solids, 2009, 355, 1659-1662. 1.5 5

2821 Downhill versus Barrier-Limited Folding of BBL. Journal of Molecular Biology, 2009, 387, 993-1001. 2.0 15

2822 Minimum-Energy Path for a U6 RNA Conformational Change Involving Protonation, Base-Pair
Rearrangement and Base Flipping. Journal of Molecular Biology, 2009, 391, 894-905. 2.0 31

2823 Influence of Residual Silanol Groups on Solvent and Ion Distribution at a Chemically Modified Silica
Surface. Journal of Physical Chemistry C, 2009, 113, 9230-9238. 1.5 27

2824 Molecular Dynamics Simulation of Aerosol-OT Reverse Micelles. Journal of Physical Chemistry B, 2009,
113, 15029-15039. 1.2 120

2825 Molecular dynamics of a water jet from a carbon nanotube. Physical Review E, 2009, 79, 046307. 0.8 24

2826 Microscopic Investigation of the Hydration Properties of Cyclodextrin and Its Substituted Forms.
Langmuir, 2009, 25, 13084-13091. 1.6 23

2827 Interaction Between Amyloid-Î² (1â€“42) Peptide and Phospholipid Bilayers: A Molecular Dynamics Study.
Biophysical Journal, 2009, 96, 785-797. 0.2 108

2828 The Effect of Different Force Applications on the Protein-Protein Complex Barnase-Barstar.
Biophysical Journal, 2009, 97, 1687-1699. 0.2 17

2829 Molecular Model of a Cell Plasma Membrane With an Asymmetric Multicomponent Composition:
Water Permeation and Ion Effects. Biophysical Journal, 2009, 96, 4493-4501. 0.2 75

2830 Counteraction of Urea by Trimethylamine N-Oxide Is Due to Direct Interaction. Biophysical Journal,
2009, 97, 2559-2566. 0.2 119



152

Citation Report

# Article IF Citations

2831 Multiple Molecular Dynamics Simulations of TEM Î²-Lactamase: Dynamics and Water Binding of the
Î©-Loop. Biophysical Journal, 2009, 97, 2550-2558. 0.2 45

2832 Hydrogen Bond Dynamics at the Water/Hydrocarbon Interface. Journal of Physical Chemistry B, 2009,
113, 4045-4053. 1.2 40

2833 Excitation Energies of Zinc Porphyrin in Aqueous Solution Using Long-Range Corrected
Time-Dependent Density Functional Theory. Journal of Physical Chemistry A, 2009, 113, 6041-6043. 1.1 60

2834 Langmuir Monolayers of a Hydrogenated/Fluorinated Catanionic Surfactant: From the Macroscopic
to the Nanoscopic Size Scale. Langmuir, 2009, 25, 8075-8082. 1.6 11

2835 Anomalies in water as obtained from computer simulations of the TIP4P/2005 model: density maxima,
and density, isothermal compressibility and heat capacity minima. Molecular Physics, 2009, 107, 365-374. 0.8 153

2836 Plastic crystal phases of simple water models. Journal of Chemical Physics, 2009, 130, 244504. 1.2 65

2837 On the Structure of Water at the Aqueous/Air Interface. Journal of Physical Chemistry B, 2009, 113,
11672-11679. 1.2 130

2838 Theoretical study of phase transitions in Kr and Ar clathrate hydrates from structure II to structure I
under pressure. Journal of Chemical Physics, 2009, 131, 114507. 1.2 43

2839 The Properties of Water: Insights from Quantum Simulations. Journal of Physical Chemistry B, 2009,
113, 5702-5719. 1.2 199

2840 How Interfaces Affect Hydrophobically Driven Polymer Folding. Journal of Physical Chemistry B, 2009,
113, 4093-4101. 1.2 35

2841 Solvent Effects in Chemical Processes. Water-Assisted Proton Transfer Reaction of Pterin in Aqueous
Environment. Journal of Physical Chemistry A, 2009, 113, 12485-12495. 1.1 62

2842 Force Field for Molecular Dynamics Studies of Glycine/Water Mixtures in Crystal/Solution
Environments. Journal of Physical Chemistry B, 2009, 113, 752-758. 1.2 19

2843 Why can water cages adsorb aqueous methane? A potential of mean force calculation on hydrate
nucleation mechanisms. Physical Chemistry Chemical Physics, 2009, 11, 10427. 1.3 121

2844 Salt-Specific Stability of Short and Charged Alanine-Based Î±-Helices. Journal of Physical Chemistry B,
2009, 113, 16689-16694. 1.2 21

2845 The phase diagram of water at high pressures as obtained by computer simulations of the TIP4P/2005
model: the appearance of a plastic crystal phase. Physical Chemistry Chemical Physics, 2009, 11, 543-555. 1.3 72

2846 The Basic Concepts of Molecular Modeling. Methods in Enzymology, 2009, 467, 307-334. 0.4 23

2847 Tetrahedral Ordering in Water: Raman Profiles and Their Temperature Dependence. Journal of Physical
Chemistry A, 2009, 113, 15100-15105. 1.1 66

2848 Triple points and coexistence properties of the dense phases of water calculated using computer
simulation. Physical Chemistry Chemical Physics, 2009, 11, 556-562. 1.3 26



153

Citation Report

# Article IF Citations

2849 Retardation of Ice Crystallization by Short Peptides. Journal of Physical Chemistry A, 2009, 113,
4403-4407. 1.1 30

2850 Mechanisms of water infiltration into conical hydrophobic nanopores. Physical Chemistry Chemical
Physics, 2009, 11, 6520. 1.3 43

2851 Thermal effect on the dynamic infiltration of water into single-walled carbon nanotubes. Physical
Review E, 2009, 80, 061206. 0.8 27

2852 Rational design of ion force fields based on thermodynamic solvation properties. Journal of Chemical
Physics, 2009, 130, 124507. 1.2 214

2853
Molecular dynamics simulation of highly charged proteins: Comparison of the particle-particle
particle-mesh and reaction field methods for the calculation of electrostatic interactions. Protein
Science, 2009, 12, 2161-2172.

3.1 42

2854 Competing quantum effects in the dynamics of a flexible water model. Journal of Chemical Physics,
2009, 131, 024501. 1.2 426

2855 Dependence of A-RNA simulations on the choice of the force field and salt strength. Physical
Chemistry Chemical Physics, 2009, 11, 10701. 1.3 66

2856 How Wetting and Adhesion Affect Thermal Conductance of a Range of Hydrophobic to Hydrophilic
Aqueous Interfaces. Physical Review Letters, 2009, 102, 156101. 2.9 251

2857 An Improved United Atom Force Field for Simulation of Mixed Lipid Bilayers. Journal of Physical
Chemistry B, 2009, 113, 2748-2763. 1.2 267

2858 Atomistic Structural Modelling of Ionomer Membrane Morphology. Topics in Applied Physics, 2009, ,
413-436. 0.4 3

2859 Ion Pairing in Molecular Simulations of Aqueous Alkali Halide Solutions. Journal of Physical
Chemistry B, 2009, 113, 6782-6791. 1.2 269

2860 On the Range of Water Structure Models Compatible with X-ray and Neutron Diffraction Data.
Journal of Physical Chemistry B, 2009, 113, 6246-6255. 1.2 81

2861 Molecular Simulations of Water and Ion Diffusion in Nanosized Mineral Fractures. Environmental
Science &amp; Technology, 2009, 43, 777-782. 4.6 135

2862
Extensive regularization of the coupled cluster methods based on the generating functional
formalism: Application to gas-phase benchmarks and to the SN2 reaction of CHCl3 and OHâˆ’ in water.
Journal of Chemical Physics, 2009, 131, 234107.

1.2 15

2863 Liquid-vapor equilibrium isotopic fractionation of water: How well can classical water models
predict it?. Journal of Chemical Physics, 2009, 130, 094509. 1.2 16

2864 Microscopic Dynamics of the Orientation of a Hydrated Nanoparticle in an Electric Field. Physical
Review Letters, 2009, 103, 207801. 2.9 32

2865 Pressure-energy correlations in liquids. III. Statistical mechanics and thermodynamics of liquids with
hidden scale invariance. Journal of Chemical Physics, 2009, 131, 234503. 1.2 112

2866 Development of a Nonlinear Classical Polarization Model for Liquid Water and Aqueous Solutions:
COS/D. Journal of Physical Chemistry A, 2009, 113, 11570-11579. 1.1 83



154

Citation Report

# Article IF Citations

2867 Computer simulation study of water/hydrocarbon interfaces: Effects of hydrocarbon branching on
interfacial properties. Journal of Physics: Conference Series, 2009, 177, 012002. 0.3 0

2868 Can existing models qualitatively describe the mixing behavior of acetone with water?. Journal of
Chemical Physics, 2009, 130, 124516. 1.2 30

2869 Beryllium(II): The Strongest Structure-Forming Ion in Water? A QMCF MD Simulation Study. Journal of
Physical Chemistry B, 2009, 113, 9289-9295. 1.2 39

2870 Heterogeneous or competitive self-assembly of surfactants and nanoparticles at liquidâ€“liquid
interfaces. Molecular Simulation, 2009, 35, 773-784. 0.9 29

2871
Coupled Translationâˆ’Rotation Eigenstates of H<sub>2</sub>, HD, and D<sub>2</sub> in the Large Cage
of Structure II Clathrate Hydrate: Comparison with the Small Cage and Rotational Raman
Spectroscopy. Journal of Physical Chemistry A, 2009, 113, 7601-7609.

1.1 41

2872 Jump Reorientation of Water Molecules Confined in Narrow Carbon Nanotubes. Journal of Physical
Chemistry B, 2009, 113, 10322-10330. 1.2 39

2873 Dynamically Polarizable Water Potential Based on Multipole Moments Trained by Machine Learning.
Journal of Chemical Theory and Computation, 2009, 5, 1474-1489. 2.3 59

2874 Structural Selection of a Native Fold by Peptide Recognition. Insights into the Thioredoxin Folding
Mechanism. Biochemistry, 2009, 48, 595-607. 1.2 10

2875 Molecular Basis of Inactive B-RAFWT and B-RAFV600E Ligand Inhibition, Selectivity and Conformational
Stability: An in Silico Study. Molecular Pharmaceutics, 2009, 6, 144-157. 2.3 15

2876 Effect of Cross-Linking on the Diffusion of Water, Ions, and Small Molecules in Hydrogels. Journal of
Physical Chemistry B, 2009, 113, 3512-3520. 1.2 171

2877 Molecular Simulation of Ion Transport in Silica Nanopores. Journal of Physical Chemistry B, 2009, 113,
1041-1047. 1.2 32

2878 Insights into the Ethyl Lactate + Water Mixed Solvent. Journal of Physical Chemistry B, 2009, 113,
14257-14269. 1.2 42

2879 Parameterization and Validation of Solvation Corrected Atomic Radii. Journal of Physical Chemistry A,
2009, 113, 12028-12034. 1.1 16

2880 Water transport inside a single-walled carbon nanotube driven by a temperature gradient.
Nanotechnology, 2009, 20, 055708. 1.3 76

2881 What ice can teach us about water interactions: a critical comparison of the performance of
different water models. Faraday Discussions, 2009, 141, 251-276. 1.6 375

2882 Nature of proton dynamics in a polymer electrolyte membrane, nafion: a first-principles molecular
dynamics study. Physical Chemistry Chemical Physics, 2009, 11, 3892. 1.3 93

2883 Molecular Dynamics Simulation of the Early Stages of the Synthesis of Periodic Mesoporous Silica.
Journal of Physical Chemistry B, 2009, 113, 708-718. 1.2 41

2884 Dynamic Behavior of Interfacial Water at the Silica Surface. Journal of Physical Chemistry C, 2009, 113,
19591-19600. 1.5 123



155

Citation Report

# Article IF Citations

2885 The phase diagram of water at negative pressures: Virtual ices. Journal of Chemical Physics, 2009, 131,
034510. 1.2 69

2886 Evaluation of various water models for simulation of adsorption in hydrophobic zeolites. Molecular
Simulation, 2009, 35, 1067-1076. 0.9 60

2887 Ionic current through a nanopore three nanometers in diameter. Physical Review E, 2009, 80, 021918. 0.8 13

2888 Elucidating the Bimodal Acidâˆ’Base Behavior of the Waterâˆ’Silica Interface from First Principles.
Journal of the American Chemical Society, 2009, 131, 18358-18365. 6.6 214

2889 The Molecular Origin of Like-Charge Arginineâˆ’Arginine Pairing in Water. Journal of Physical
Chemistry B, 2009, 113, 9041-9045. 1.2 142

2890 Water permeability of poly(ethylene terephthalate): A grand canonical ensemble molecular dynamics
simulation study. Journal of Chemical Physics, 2009, 131, 234904. 1.2 21

2891 Peptide Microarrays. Methods in Molecular Biology, 2009, , . 0.4 6

2892 Electronic Effects in the IR Spectrum of Water under Confinement. Journal of Physical Chemistry B,
2009, 113, 4170-4175. 1.2 30

2893
Structural and Vibrational Study of [Mo<sub>7</sub>O<sub>24</sub>]<sup>6âˆ’</sup> and
[W<sub>7</sub>O<sub>24</sub>]<sup>6âˆ’</sup>. Journal of Physical Chemistry A, 2009, 113,
10540-10548.

1.1 42

2894 Molecular dynamics simulation of the contact angle of liquids on solid surfaces. Journal of Chemical
Physics, 2009, 130, 034705. 1.2 145

2895 Quantifying Water Density Fluctuations and Compressibility of Hydration Shells of Hydrophobic
Solutes and Proteins. Physical Review Letters, 2009, 103, 037803. 2.9 152

2896 Evolution from Surface-Influenced to Bulk-Like Dynamics in Nanoscopically Confined Water. Journal
of Physical Chemistry B, 2009, 113, 7973-7976. 1.2 97

2897 Clusters of classical water models. Journal of Chemical Physics, 2009, 131, 204310. 1.2 44

2898 Water at an electrochemical interfaceâ€”a simulation study. Faraday Discussions, 2009, 141, 423-441. 1.6 120

2899 Salt exclusion in charged porous media: a coarse-graining strategy in the case of montmorillonite
clays. Physical Chemistry Chemical Physics, 2009, 11, 2023. 1.3 45

2900 Proton-Transfer Reactions in Reaction Center of Photosynthetic Bacteria<i>Rhodobacter
sphaeroides</i>. Journal of Physical Chemistry B, 2009, 113, 8993-9003. 1.2 2

2901 Single Stranded Loops of Quadruplex DNA As Key Benchmark for Testing Nucleic Acids Force Fields.
Journal of Chemical Theory and Computation, 2009, 5, 2514-2530. 2.3 121

2902 Molecular Dynamics Study of Pore Inner Wall Modification Effect in Structure of Water Molecules
Confined in Single-Walled Carbon Nanotubes. Journal of Physical Chemistry C, 2009, 113, 882-889. 1.5 25



156

Citation Report

# Article IF Citations

2903 Thermal expansivity of amyloid Î²16â€“22 peptides and their aggregates in water. Physical Chemistry
Chemical Physics, 2009, 11, 5035. 1.3 10

2904 Self-assembling dipeptides: conformational sampling in solvent-free coarse-grained simulation.
Physical Chemistry Chemical Physics, 2009, 11, 2077. 1.3 79

2905 â€œSimilaritiesâ€• between confined and supercooled water. Faraday Discussions, 2009, 141, 347-358. 1.6 52

2906 Molecular dynamics simulations of growth and properties of FeCl2â€“NaCl-nanoparticles in
supercritical water. Physical Chemistry Chemical Physics, 2009, 11, 9504. 1.3 3

2907 Self-assembling dipeptides: including solvent degrees of freedom in a coarse-grained model. Physical
Chemistry Chemical Physics, 2009, 11, 2068. 1.3 55

2908 Anomalous waterlike behavior in spherically-symmetric water models optimized with the relative
entropy. Physical Chemistry Chemical Physics, 2009, 11, 1901. 1.3 114

2909 Ion-specific thermodynamics of multicomponent electrolytes: A hybrid HNC/MD approach. Journal of
Chemical Physics, 2009, 131, 154109. 1.2 41

2910 Conformational behaviour determines the low-relaxivity state of a conditional MRI contrast agent.
Physical Chemistry Chemical Physics, 2009, 11, 3943. 1.3 14

2911 Kinetics of hydrogen-bond rearrangements in bulk water. Physical Chemistry Chemical Physics, 2009,
11, 409-415. 1.3 15

2912 Optimal construction of a fast and accurate polarisable water potential based on multipole moments
trained by machine learning. Physical Chemistry Chemical Physics, 2009, 11, 6365. 1.3 119

2913 Linking microscopic guest properties to macroscopic observables in clathrate hydrates: Guest-host
hydrogen bonding. Journal of Chemical Physics, 2009, 130, 174501. 1.2 141

2914 Computing Adsorbate/Adsorbent Binding Energies and Henry's Law Constants from Molecular
Simulations. Environmental Engineering Science, 2009, 26, 297-304. 0.8 5

2915 Pressure-energy correlations in liquids. IV. â€œIsomorphsâ€• in liquid phase diagrams. Journal of Chemical
Physics, 2009, 131, 234504. 1.2 297

2916 Towards a computational treatment of polyoxometalates in solution using QM methods and explicit
solvent molecules. Canadian Journal of Chemistry, 2009, 87, 1296-1301. 0.6 26

2917 Solubility and Molecular Conformations of <i>n</i>-Alkane Chains in Water. Journal of Physical
Chemistry B, 2009, 113, 6405-6414. 1.2 131

2918 Versatile Object-Oriented Toolkit for Coarse-Graining Applications. Journal of Chemical Theory and
Computation, 2009, 5, 3211-3223. 2.3 390

2919 Effect of Temperature on the Structure and Phase Behavior of Water Confined by Hydrophobic,
Hydrophilic, and Heterogeneous Surfaces. Journal of Physical Chemistry B, 2009, 113, 13723-13734. 1.2 155

2920 Thermophoretic Motion of Water Nanodroplets Confined inside Carbon Nanotubes. Nano Letters,
2009, 9, 66-71. 4.5 127



157

Citation Report

# Article IF Citations

2921 Structure and Dynamics of Water Confined in Single-Wall Nanotubes. Journal of Physical Chemistry A,
2009, 113, 2103-2108. 1.1 46

2922 Study of the Benzocaine Transfer from Aqueous Solution to the Interior of a Biological Membrane.
Journal of Physical Chemistry B, 2009, 113, 9988-9994. 1.2 51

2923 Molecular Dynamics Simulations of Film Rupture in Water/Surfactant Systems. Journal of Physical
Chemistry B, 2009, 113, 8332-8338. 1.2 32

2924 Hydration Structure on Crystalline Silica Substrates. Langmuir, 2009, 25, 8025-8035. 1.6 93

2925 The impact of monovalent ion force field model in nucleic acids simulations. Physical Chemistry
Chemical Physics, 2009, 11, 10596. 1.3 62

2926 Hydration of Sodium(I) and Potassium(I) Revisited: A Comparative QM/MM and QMCF MD Simulation
Study of Weakly Hydrated Ions. Journal of Physical Chemistry A, 2009, 113, 1827-1834. 1.1 78

2927 Molecular Dynamics Simulations of Methane Hydrate Decomposition. Journal of Physical Chemistry A,
2009, 113, 1913-1921. 1.1 141

2928
Curvature effects on the adsorption of aqueous sodium-dodecyl-sulfate surfactants on
carbonaceous substrates: Structural features and counterion dynamics. Physical Review E, 2009, 80,
021408.

0.8 54

2929 Heat transfer in soft nanoscale interfaces: the influence of interface curvature. Soft Matter, 2009, 5,
2407. 1.2 59

2930 Calculating solution redox free energies with <i>ab initio</i> quantum mechanical/molecular
mechanical minimum free energy path method. Journal of Chemical Physics, 2009, 130, 164111. 1.2 35

2931
Relation between frequency and H bond length in heavy water: Towards the understanding of the
unusual properties of H bond dynamics in nanoporous media. Journal of Physics: Conference Series,
2009, 177, 012012.

0.3 1

2933 Thermodynamics of homogeneous nucleation of ice particles in the polar summer mesosphere.
Atmospheric Chemistry and Physics, 2009, 9, 965-971. 1.9 27

2934 Molecular Dynamics Simulations on the Glass-to-liquid Transition in High Density Amorphous Ice.
Zeitschrift Fur Physikalische Chemie, 2009, 223, 1047-1062. 1.4 2

2935 Molecular Dynamics Simulations of Water Transport through Butanol Films. Journal of Physical
Chemistry A, 2009, 113, 8586-8590. 1.1 15

2936
Electronic Excitation of Cl<sup>âˆ’</sup> in Liquid Water and at the Surface of a Cluster: A Sequential
Bornâˆ’Oppenheimer Molecular Dynamics/Quantum Mechanics Approach. Journal of Physical Chemistry
A, 2009, 113, 14684-14690.

1.1 15

2937 Fundamentals of Methane Hydrate Decomposition. , 2010, , . 6

2938 A Molecular Dynamics Study on the Absorption of Ions Into Carbon Nanotubes. , 2010, , . 0

2939 Communication: Direct observation of a hydrophobic bond in loop closure of a capped (â€“OCH2CH2â€“)n
oligomer in water. Journal of Chemical Physics, 2010, 133, 231102. 1.2 8



158

Citation Report

# Article IF Citations

2940 Communication: Hybrid ensembles for improved force matching. Journal of Chemical Physics, 2010, 133,
231101. 1.2 19

2941
Solvation and ion pair association in aqueous metal sulfates: Interpretation of NDIS raw data by
isobaricâ€“isothermal molecular dynamics simulation. Collection of Czechoslovak Chemical
Communications, 2010, 75, 405-424.

1.0 10

2942 Properties of Liquids Made from Modified Water Models. , 2010, , 89-99. 0

2943 Molecular Dynamics Simulations of Biomolecules in a Polarizable Coarse-Grained Solvent. , 0, ,
251-272. 0

2944 Effects of the attractive interactions in the thermodynamic, dynamic, and structural anomalies of a
two length scale potential. Journal of Chemical Physics, 2010, 133, 244506. 1.2 28

2945 Charge separation in Na+Cl-(H2O) n clusters in water vapors. 1. Intermolecular interactions. Colloid
Journal, 2010, 72, 93-106. 0.5 29

2946 A study by RISM method of the features of the environment dielectric response on the hydration of
monatomic ions. Russian Journal of General Chemistry, 2010, 80, 1570-1576. 0.3 4

2947 Modeling the properties of methane + ethane (Propane) binary hydrates, depending on the composition
of gas phase state in equilibrium with hydrate. Journal of Engineering Thermophysics, 2010, 19, 282-288. 0.6 8

2948 A study of the structural and thermodynamic properties of water by the molecular dynamics method.
Russian Journal of Physical Chemistry B, 2010, 4, 217-226. 0.2 15

2949 Dielectric Interpretation of Specificity of Ion Pairing in Water. Journal of Physical Chemistry Letters,
2010, 1, 300-303. 2.1 41

2950 Effects of Na<sup>+</sup>, K<sup>+</sup>, and Ca<sup>2+</sup> on the Structures of Anionic Lipid
Bilayers and Biological Implication. Journal of Physical Chemistry B, 2010, 114, 16978-16988. 1.2 23

2951 Electronic Polarizability and the Effective Pair Potentials of Water. Journal of Chemical Theory and
Computation, 2010, 6, 3153-3161. 2.3 97

2952 Classic Force Field for Predicting Surface Tension and Interfacial Properties of Sodium Dodecyl
Sulfate. Journal of Physical Chemistry B, 2010, 114, 13736-13744. 1.2 18

2953 An Accurate Prediction of Hydration Free Energies by Combination of Molecular Integral Equations
Theory with Structural Descriptors. Journal of Physical Chemistry B, 2010, 114, 12068-12079. 1.2 74

2954 Microstructure and Hydrogen Bonding in Waterâˆ’Acetonitrile Mixtures. Journal of Physical
Chemistry B, 2010, 114, 16460-16464. 1.2 63

2955 Comparison of the Properties of Xenon, Methane, and Carbon Dioxide Hydrates from Equilibrium and
Nonequilibrium Molecular Dynamics Simulations. Journal of Physical Chemistry C, 2010, 114, 5555-5564. 1.5 48

2956 Revisiting the Salt-Induced Conformational Change of DNA with 3D-RISM Theory. Journal of Physical
Chemistry B, 2010, 114, 6464-6471. 1.2 29

2957 Prediction of Absolute Solvation Free Energies using Molecular Dynamics Free Energy Perturbation
and the OPLS Force Field. Journal of Chemical Theory and Computation, 2010, 6, 1509-1519. 2.3 1,360



159

Citation Report

# Article IF Citations

2958
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,
1018-1027.

2.3 83

2959 Water in the Polar and Nonpolar Cavities of the Protein Interleukin-1Î². Journal of Physical Chemistry B,
2010, 114, 16290-16297. 1.2 39

2960 A theoretical study of the hydration of Rb+ by Monte Carlo simulations with refined ab initio-based
model potentials. Theoretical Chemistry Accounts, 2010, 126, 197-211. 0.5 22

2961 pH-driven helix rotations in the influenza M2 H+ channel: a potential gating mechanism. European
Biophysics Journal, 2010, 39, 1043-1049. 1.2 5

2962 Understanding structural effects of multipole moments on aqueous solvation of ions using the
soft-sticky dipoleâ€“quadrupoleâ€“octupole water model. Chemical Physics Letters, 2010, 499, 219-225. 1.2 13

2963
Investigating the structural basis of arylamides to improve potency against M.Â tuberculosis strain
through molecular dynamics simulations. European Journal of Medicinal Chemistry, 2010, 45,
5585-5593.

2.6 50

2964 The effect of urea on the morphology of NaCl crystals: A combined theoretical and simulation study.
Fluid Phase Equilibria, 2010, 290, 36-42. 1.4 15

2965 Developing force fields from the microscopic structure of solutions. Fluid Phase Equilibria, 2010, 290,
43-47. 1.4 53

2966 Molecular simulation study of the effect of inner wall modified groups on ionic hydration confined
in carbon nanotube. Fluid Phase Equilibria, 2010, 297, 215-220. 1.4 36

2967 Hybrid modeling of interfacial region thermophysics and intrinsic stability of thin free liquid films.
International Journal of Heat and Mass Transfer, 2010, 53, 2169-2182. 2.5 6

2968 Using piecewise polynomials for faster potential function evaluation. Journal of Computational
Physics, 2010, 229, 313-324. 1.9 5

2969 Molecular dynamics simulation for homogeneous nucleation of water and liquid nitrogen in
explosive boiling. Applied Thermal Engineering, 2010, 30, 859-863. 3.0 19

2970 Structural changes induced in thionins by chloride anions as determined by molecular dynamics
simulations. Biophysical Chemistry, 2010, 147, 42-52. 1.5 3

2971 Solution conformation and dynamics of exopolysaccharides from Burkholderia species. Carbohydrate
Research, 2010, 345, 1922-1931. 1.1 13

2972 Development of a molecular mechanics force field for caffeine to investigate the interactions of
caffeine in different solvent media. Computational and Theoretical Chemistry, 2010, 944, 116-123. 1.5 18

2973 The phosphorylation specificity of B-RAFWT, B-RAFD594V, B-RAFV600E and B-RAFK601E kinases: An in
silico study. Journal of Molecular Graphics and Modelling, 2010, 28, 598-603. 1.3 22

2974
An analysis of hydrophobic interactions of thymidylate synthase with methotrexate: Free energy
calculations involving mutant and native structures bound to methotrexate. Journal of Molecular
Modeling, 2010, 16, 203-209.

0.8 5

2975 Simulation of structural and functional properties of mevalonate diphosphate decarboxylase (MVD).
Journal of Molecular Modeling, 2010, 16, 489-498. 0.8 9



160

Citation Report

# Article IF Citations

2976 Thrombin allosteric modulation revisited: a molecular dynamics study. Journal of Molecular
Modeling, 2010, 16, 725-735. 0.8 16

2977 Characterization of the binding of angiotensin II receptor blockers to human serum albumin using
docking and molecular dynamics simulation. Journal of Molecular Modeling, 2010, 16, 789-798. 0.8 39

2978
Exploring the molecular basis for selective binding of Mycobacterium tuberculosis Asp kinase toward
its natural substrates and feedback inhibitors: A docking and molecular dynamics study. Journal of
Molecular Modeling, 2010, 16, 1357-1367.

0.8 30

2979 Molecular dynamics simulation of nanoscale liquid flows. Microfluidics and Nanofluidics, 2010, 9,
1011-1031. 1.0 134

2980 Carbon nanotube-textured sand for controlling bioavailability of contaminated sediments. Nano
Research, 2010, 3, 412-422. 5.8 11

2981 Molecular dynamics simulation of wetting behavior at CO2/water/solid interfaces. Science Bulletin,
2010, 55, 2252-2257. 1.7 60

2982 Ergodic Convergence Times for Molecular Liquids. International Journal of Thermophysics, 2010, 31,
766-773. 1.0 0

2983 Prediction of tautomer ratios by embedded-cluster integral equation theory. Journal of
Computer-Aided Molecular Design, 2010, 24, 343-353. 1.3 34

2984 Mechanisms of amphipathic helical peptide denaturation by guanidinium chloride and urea: a
molecular dynamics simulation study. Journal of Computer-Aided Molecular Design, 2010, 24, 829-841. 1.3 23

2985 Molecular dynamics simulations of the formation for NaCl cluster at the interface between the
supersaturated solution and the substrate. Journal of Nanoparticle Research, 2010, 12, 831-839. 0.8 11

2986 Surface chemistry features in the flotation of KCl. Minerals Engineering, 2010, 23, 365-373. 1.8 34

2987 Optimal Configurations of â€œCappedâ€• Î²â€•Cyclodextrin Dimers in Water Maximise Hydrophobic Association.
ChemPhysChem, 2010, 11, 452-459. 1.0 5

2988 Methylene Blue Adsorption on a DMPA Lipid Langmuir Monolayer. ChemPhysChem, 2010, 11, 2241-2247. 1.0 10

2989 Thermodynamic stability of hydrogenâ€•bonded systems in polar and nonpolar environments. Journal of
Computational Chemistry, 2010, 31, 2046-2055. 1.5 24

2991 In Silico Characterization of Ligand Binding Modes in the Human Histamine H<sub>4</sub> Receptor
and their Impact on Receptor Activation. ChemBioChem, 2010, 11, 1850-1855. 1.3 9

2992 Effect of Guestâ€“Host Hydrogen Bonding on the Structures and Properties of Clathrate Hydrates.
Chemistry - A European Journal, 2010, 16, 1017-1025. 1.7 121

2993 Sodium Effect on Selfâ€•Organization of Amphiphilic Carboxylates: Formation of Structured Micelles
and Superlattices. Chemistry - A European Journal, 2010, 16, 9544-9554. 1.7 21

2994 Structural studies of SNARE complex and its interaction with complexin by molecular dynamics
simulation. Biopolymers, 2010, 93, NA-NA. 1.2 6



161

Citation Report

# Article IF Citations

2995
Molecular modeling and NMR studies of benzyl substituted mannosyl trisaccharide binding to two
mannoseâ€•specific lectins: <i>Allium sativam agglutinin</i> I and Concanavalin A. Biopolymers, 2010, 93,
952-967.

1.2 3

2996 Downhill binding energy surface of the barnaseâ€“barstar complex. Biopolymers, 2010, 93, 977-985. 1.2 22

2997 Free Energy Calculations of Mutations Involving a Tightly Bound Water Molecule and Ligand
Substitutions in a Ligandâ€•Protein Complex. Molecular Informatics, 2010, 29, 589-600. 1.4 37

2998 Catalytic oxidation of VOCs on NaX zeolite: Mixture effect with isopropanol and o-xylene. Applied
Catalysis B: Environmental, 2010, 100, 91-96. 10.8 42

2999 Structure of hydrogen bonds in liquid water at subpicosecond time scales. Journal of Molecular
Structure, 2010, 976, 270-273. 1.8 4

3000 Characterization of the conformational ensemble from bioactive N-acylhydrazone derivatives.
Journal of Molecular Graphics and Modelling, 2010, 28, 446-454. 1.3 12

3001 A potential chemical mechanism for the formation of molecular structure in pure liquid water.
Journal of Molecular Structure, 2010, 983, 48-53. 1.8 0

3002 Theoretical approximations to X-ray absorption spectroscopy of liquid water and ice. Journal of
Electron Spectroscopy and Related Phenomena, 2010, 177, 135-157. 0.8 132

3003 Molecular simulation of the hydration Gibbs energy of barbiturates. Fluid Phase Equilibria, 2010, 289,
148-155. 1.4 17

3004 Molecular dynamics simulation on ion-pair association of NaCl from ambient to supercritical water.
Fluid Phase Equilibria, 2010, 297, 227-235. 1.4 40

3005 Monte Carlo simulations of vaporâ€“liquidâ€“liquid equilibrium of some ternary petrochemical
mixtures. Fluid Phase Equilibria, 2010, 299, 24-31. 1.4 4

3006 Structure of cationic surfactant micelles from molecular simulations of self-assembly.
Computational and Theoretical Chemistry, 2010, 946, 88-93. 1.5 13

3007 The roles of catalysis and reaction engineering in overcoming the energy and the environment crisis.
Chemical Engineering Science, 2010, 65, 18-29. 1.9 100

3008 Liquidâ€“vapour interfaces of aqueous trimethylamine-N-oxide solutions: A molecular dynamics
simulation study. Chemical Physics, 2010, 368, 7-13. 0.9 9

3009 Computational approach to study hydrogen storage in clathrate hydrates. Colloids and Surfaces A:
Physicochemical and Engineering Aspects, 2010, 357, 67-73. 2.3 28

3010
Molecular dynamics simulation of self-assembly structure for AOK based reverse micelle in
supercritical CO2. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2010, 367,
148-154.

2.3 18

3011 Selecting sequences that fold into a defined 3D structure: A new approach for protein design based
on molecular dynamics and energetics. Biophysical Chemistry, 2010, 146, 76-84. 1.5 15

3012 The affect of urea on the kinetics of local unfolding processes in chymotrypsin inhibitor 2.
Biophysical Chemistry, 2010, 151, 46-53. 1.5 8



162

Citation Report

# Article IF Citations

3013
Conformational behavior of Î±-d-mannopyranosyl-(1â†’6)-Î±,Î²-d-mannose complexed with two mannose-binding
plant lectins, Allium sativam agglutinin I and concanavalin A, using NMR and molecular modeling
techniques. Carbohydrate Research, 2010, 345, 61-67.

1.1 12

3014 GROMOS96 43a1 performance in predicting oligosaccharide conformational ensembles within
glycoproteins. Carbohydrate Research, 2010, 345, 663-671. 1.1 50

3015 Can current force fields reproduce ring puckering in 2-O-sulfo-Î±-l-iduronic acid? A molecular dynamics
simulation study. Carbohydrate Research, 2010, 345, 689-695. 1.1 33

3016 Solvation of biomolecules by the soft sticky dipoleâ€“quadrupoleâ€“octupole water model. Chemical
Physics Letters, 2010, 486, 70-73. 1.2 8

3017 Distributions of extreme contributions to binding energies of molecules in liquids. Chemical Physics
Letters, 2010, 487, 24-27. 1.2 6

3018 On the origin of IR spectral changes upon protein folding. Chemical Physics Letters, 2010, 488, 213-218. 1.2 30

3019 Hydrophobic interaction of two large plates: An analysis of salting-in/salting-out effects. Chemical
Physics Letters, 2010, 491, 54-58. 1.2 18

3020 Solvation of glucose, trehalose, and sucrose by the soft-sticky dipoleâ€“quadrupoleâ€“octupole water
model. Chemical Physics Letters, 2010, 491, 218-223. 1.2 28

3021 Should carbon nanotubes be degasified before filling?. Chemical Physics Letters, 2010, 500, 35-40. 1.2 23

3022 Prediction of microscopic structure and physical properties of complex fluid mixtures based on
molecular simulation. Fluid Phase Equilibria, 2010, 296, 125-132. 1.4 11

3023 Molecular dynamics and experimental study of conformation change of poly(N-isopropylacrylamide)
hydrogels in water. Fluid Phase Equilibria, 2010, 296, 164-172. 1.4 98

3024 A molecular dynamics simulation study of three polysulfones in dry and hydrated states. Journal of
Polymer Science, Part B: Polymer Physics, 2010, 48, 2312-2336. 2.4 7

3025 Studying pressure denaturation of a protein by molecular dynamics simulations. Proteins: Structure,
Function and Bioinformatics, 2010, 78, 1641-1651. 1.5 42

3026 Gain of local structure in an amphipathic peptide does not require a specific tertiary framework.
Proteins: Structure, Function and Bioinformatics, 2010, 78, 2757-2768. 1.5 10

3027 Metal complexation and ion association in hydrothermal fluids: insights from quantum chemistry and
molecular dynamics. Geofluids, 2010, 10, 41-57. 0.3 16

3028 22. Theoretical Computation of Diffusion in Minerals and Melts. , 2010, , 971-996. 0

3029 15. Computer Simulations on Phase Transitions in Ice. , 2010, , 315-336. 0

3030 A MOLECULAR DYNAMIC SIMULATION OF THE BEHAVIOR OF WATER MOLECULES INSIDE A CARBON
NANOTUBE. International Journal of Nanomechanics Science and Technology, 2010, 1, 247-255. 0.5 2



163

Citation Report

# Article IF Citations

3031 Recrystallization of Ice Crystals in Frozen Foods. Japan Journal of Food Engineering, 2010, 11, 169-175. 0.1 1

3032 Polarizable Water Model for the Coarse-Grained MARTINI Force Field. PLoS Computational Biology,
2010, 6, e1000810. 1.5 726

3033 Computer Simulations of Photobiological Processes: The Effect of the Protein Environment. Advances
in Quantum Chemistry, 2010, , 181-212. 0.4 12

3034 The shear viscosities of common water models by non-equilibrium molecular dynamics simulations.
Molecular Simulation, 2010, 36, 560-567. 0.9 60

3035 Hydration of ions under confinement. Molecular Simulation, 2010, 36, 579-589. 0.9 18

3036
A Continuum Model of the Van der Waals Interface for Determining the Critical Diameter of
Nanopumps and its Application to Analysis of the Vibration and Stability of Nanopump Systems.
International Journal of Nonlinear Sciences and Numerical Simulation, 2010, 11, .

0.4 8

3037 A method for computing the solubility limit of solids: Application to sodium chloride in water and
alcohols. Journal of Chemical Physics, 2010, 133, 124504. 1.2 67

3038 Proton disorder and the dielectric constant of type II clathrate hydrates. Journal of Chemical Physics,
2010, 132, 054509. 1.2 18

3039 Separation of gases from gasâ€“water mixtures using carbon nanotubes. Applied Physics Letters, 2010,
96, . 1.5 33

3040 Electrolytes in a nanometer slab-confinement: Ion-specific structure and solvation forces. Journal of
Chemical Physics, 2010, 133, 164511. 1.2 37

3041 Exploring the utility of coarse-grained water models for computational studies of interfacial
systems. Molecular Physics, 2010, 108, 2007-2020. 0.8 48

3042 Infrared and Raman line shapes for ice Ih. I. Dilute HOD in H2O and D2O. Journal of Chemical Physics,
2010, 132, 204505. 1.2 88

3043 A Lennard-Jones plus Coulomb potential for Al3+ ions in aqueous solutions. Journal of Chemical
Physics, 2010, 132, 114509. 1.2 49

3044
Oxygen-oxygen correlations in liquid water: Addressing the discrepancy between diffraction and
extended x-ray absorption fine-structure using a novel multiple-data set fitting technique. Journal of
Chemical Physics, 2010, 132, 104513.

1.2 37

3045 Small-angle scattering and the structure of ambient liquid water. Proceedings of the National
Academy of Sciences of the United States of America, 2010, 107, 14003-14007. 3.3 178

3046 Dynamic Monte Carlo simulation in mixtures. Journal of Chemical Physics, 2010, 132, 104107. 1.2 17

3047 Calculation of interfacial properties using molecular simulation with the reaction field method:
Results for different water models. Journal of Chemical Physics, 2010, 132, . 1.2 35

3048 Precursor Film in Dynamic Wetting, Electrowetting, and Electro-Elasto-Capillarity. Physical Review
Letters, 2010, 104, 246101. 2.9 191



164

Citation Report

# Article IF Citations

3049 Giant Electrorheological Effect: A Microscopic Mechanism. Physical Review Letters, 2010, 105, 046001. 2.9 39

3050 Ionic force field optimization based on single-ion and ion-pair solvation properties. Journal of
Chemical Physics, 2010, 132, 024911. 1.2 71

3051 Properties of liquid water from a systematic refinement of a high-rank multipolar electrostatic
potential. Journal of Chemical Physics, 2010, 132, 174504. 1.2 37

3052 Efficient Solutions of Self-Consistent Mean Field Equations for Dewetting and Electrostatics in
Nonuniform Liquids. Physical Review Letters, 2010, 105, 140602. 2.9 26

3053 Al 3 + , Ca2+, Mg2+, and Li+ in aqueous solution: Calculated first-shell anharmonic OH vibrations at
300 K. Journal of Chemical Physics, 2010, 133, 174513. 1.2 18

3054 Assessing the thermodynamic signatures of hydrophobic hydration for several common water
models. Journal of Chemical Physics, 2010, 132, 124504. 1.2 71

3055 Gibbs ensemble Monte Carlo simulations of binary vapourâ€“liquidâ€“liquid equilibrium: application
to<i>n</i>-hexaneâ€“water and ethaneâ€“ethanol systems. Molecular Simulation, 2010, 36, 758-762. 0.9 5

3056 The multiscale coarse-graining method. VI. Implementation of three-body coarse-grained potentials.
Journal of Chemical Physics, 2010, 132, 164107. 1.2 113

3057 A water potential based on multipole moments trained by machine learningâ€‰â€”â€‰Reducing maximum energy
errors. Canadian Journal of Chemistry, 2010, 88, 1104-1111. 0.6 7

3058 Temperature and pressure dependence of the optimized soft-sticky dipole-quadrupole-octupole water
model. Journal of Chemical Physics, 2010, 132, 114511. 1.2 25

3060 Electrodissociation of clathrate-like structures. Molecular Simulation, 2010, 36, 461-467. 0.9 26

3061 Structure and adsorption of water in nonuniform cylindrical nanopores. Journal of Chemical
Physics, 2010, 133, 224703. 1.2 4

3064 Impact of Lowâ€•Dosage Inhibitors on Clathrate Hydrate Stability. Macromolecular Symposia, 2010, 287,
168-176. 0.4 22

3065 Molecular dynamics simulation with weak coupling to heat and material baths. Journal of Chemical
Physics, 2010, 133, 084105. 1.2 47

3066 General Framework of Pressure Effects on Structures Formed by Entropically Driven Self-Assembly.
Entropy, 2010, 12, 1632-1652. 1.1 4

3067 Hydrogen-Bond Driven Loop-Closure Kinetics in Unfolded Polypeptide Chains. PLoS Computational
Biology, 2010, 6, e1000645. 1.5 44

3068 Evolution of the interlayer space of hydrated montmorillonite as a function of temperature.
American Mineralogist, 2010, 95, 1493-1499. 0.9 27

3069 Effect of the local hydrogen bonding network on the reorientational and translational dynamics in
supercritical water. Journal of Chemical Physics, 2010, 132, 074502. 1.2 29



165

Citation Report

# Article IF Citations

3070 Dynamics of water at the nanoscale hydrophobic confinement. Journal of Chemical Physics, 2010, 132,
064505. 1.2 30

3071
Dewetting-induced globule-coil transitions of model polymers and possible implications
high-temperature and low-pressure unfolding of proteins. Journal of Chemical Physics, 2010, 132,
165101.

1.2 3

3072 A statistical mechanical theory for a two-dimensional model of water. Journal of Chemical Physics,
2010, 132, 224507. 1.2 30

3073 Two-dimensional infrared spectroscopy and ultrafast anisotropy decay of water. Journal of Chemical
Physics, 2010, 132, 224503. 1.2 101

3074 Structural transitions and dipole moment of water clusters (H2O)n=4â€“100. Journal of Chemical
Physics, 2010, 133, 024506. 1.2 22

3075 Cutoff radius effect of the isotropic periodic sum method in homogeneous system. II. Water. Journal
of Chemical Physics, 2010, 133, 014109. 1.2 32

3076 Communication: Molecular dynamics simulations of the interfacial structure of alkali metal fluoride
solutions. Journal of Chemical Physics, 2010, 133, 061103. 1.2 14

3077 Ions in water: Role of attractive interactions in size dependent diffusivity maximum. Journal of
Chemical Physics, 2010, 133, 114504. 1.2 8

3078 On the hydration of the phosphocholine headgroup in aqueous solution. Journal of Chemical Physics,
2010, 133, 145103. 1.2 76

3079 A transferable classical potential for the water molecule. Journal of Chemical Physics, 2010, 133,
144109. 1.2 42

3080 Orientational dynamics of water trapped between two nanoscopic hydrophobic solutes: A molecular
dynamics simulation study. Journal of Chemical Physics, 2010, 133, 154515. 1.2 22

3081 The temperature dependence of the heat capacity of hydration water near biosurfaces from molecular
simulations. Europhysics Letters, 2010, 90, 36001. 0.7 6

3082
Free energy calculation using molecular dynamics simulation combined with the three dimensional
reference interaction site model theory. I. Free energy perturbation and thermodynamic integration
along a coupling parameter. Journal of Chemical Physics, 2010, 133, 044114.

1.2 36

3083 The effect of intertube van der Waals interaction on the stability of pristine and functionalized
carbon nanotubes under compression. Nanotechnology, 2010, 21, 125704. 1.3 8

3084 SpecSwap-RMC: a novel reverse Monte Carlo approach using a discrete set of local configurations
and pre-computed properties. Journal of Physics Condensed Matter, 2010, 22, 135001. 0.7 12

3085 Response to â€œComment on â€˜<i>Ab initio</i> molecular dynamics calculation of ion hydration free
energiesâ€™â€‰ [J. Chem. Phys. <b>133</b>, 047103 (2010)]â€•. Journal of Chemical Physics, 2010, 133, . 1.2 8

3086 Accurate calculations of the hydration free energies of druglike molecules using the reference
interaction site model. Journal of Chemical Physics, 2010, 133, 044104. 1.2 44

3087 Communication: Thermodynamics of water modeled using <i>ab initio</i> simulations. Journal of
Chemical Physics, 2010, 133, 141101. 1.2 31



166

Citation Report

# Article IF Citations

3088 Fractional protein dynamics seen by nuclear magnetic resonance spectroscopy: Relating molecular
dynamics simulation and experiment. Journal of Chemical Physics, 2010, 133, 145101. 1.2 42

3089
High-Level Ab Initio Electronic Structure Calculations of Water Clusters
(H<sub>2</sub>O)<sub>16</sub> and (H<sub>2</sub>O)<sub>17</sub>: A New Global Minimum for
(H<sub>2</sub>O)<sub>16</sub>. Journal of Physical Chemistry Letters, 2010, 1, 3122-3127.

2.1 152

3090
Experimental and Computational Study on the Properties of Pure and Water Mixed
1-Ethyl-3-methylimidazolium l-(+)-Lactate Ionic Liquid. Journal of Physical Chemistry B, 2010, 114,
5795-5809.

1.2 29

3091 Dynamic Crossover in Supercooled Confined Water: Understanding Bulk Properties through
Confinement. Journal of Physical Chemistry Letters, 2010, 1, 729-733. 2.1 148

3092 Probing Selected Morphological Models of Hydrated Nafion Using Large-Scale Molecular Dynamics
Simulations. Journal of Physical Chemistry B, 2010, 114, 3205-3218. 1.2 129

3093
Understanding the Stabilization of Liquid-Phase-Exfoliated Graphene in Polar Solvents: Molecular
Dynamics Simulations and Kinetic Theory of Colloid Aggregation. Journal of the American Chemical
Society, 2010, 132, 14638-14648.

6.6 260

3094
Role of the Bile Salt Surfactant Sodium Cholate in Enhancing the Aqueous Dispersion Stability of
Single-Walled Carbon Nanotubes: A Molecular Dynamics Simulation Study. Journal of Physical
Chemistry B, 2010, 114, 15616-15625.

1.2 138

3095 Molecular Dynamics Simulation of the AgCl/Electrolyte Interfacial Capacity. Journal of Physical
Chemistry C, 2010, 114, 10019-10026. 1.5 21

3096 Two-Phase Thermodynamic Model for Efficient and Accurate Absolute Entropy of Water from
Molecular Dynamics Simulations. Journal of Physical Chemistry B, 2010, 114, 8191-8198. 1.2 277

3097 Molecular Modeling of Matter: Impact and Prospects in Engineering. Industrial &amp; Engineering
Chemistry Research, 2010, 49, 3026-3046. 1.8 98

3098 Self-Accumulation of Aromatics at the Oilâˆ’Water Interface through Weak Hydrogen Bonding. Journal
of the American Chemical Society, 2010, 132, 18281-18286. 6.6 180

3099 Hydration in Discrete Water. A Mean Field, Cellular Automata Based Approach to Calculating
Hydration Free Energies. Journal of Physical Chemistry B, 2010, 114, 8667-8675. 1.2 18

3100 Effect of Ca<sup>2+</sup> and Mg<sup>2+</sup> Ions on Surfactant Solutions Investigated by
Molecular Dynamics Simulation. Langmuir, 2010, 26, 10448-10459. 1.6 99

3101 Long range interactions in nanoscale science. Reviews of Modern Physics, 2010, 82, 1887-1944. 16.4 359

3102 Molecular Dynamics Study of Alkyl Benzene Sulfonate at Air/Water Interface: Effect of Inorganic
Salts. Journal of Physical Chemistry B, 2010, 114, 5025-5033. 1.2 100

3103 A reactive molecular dynamics simulation of the silica-water interface. Journal of Chemical Physics,
2010, 132, 174704. 1.2 438

3104 A Reactive Molecular Dynamics Algorithm for Proton Transport in Aqueous Systems. Journal of
Physical Chemistry C, 2010, 114, 11965-11976. 1.5 29

3105 Effects of concentration on structure, dielectric, and dynamic properties of aqueous NaCl solutions
using a polarizable model. Journal of Chemical Physics, 2010, 132, 214505. 1.2 50



167

Citation Report

# Article IF Citations

3106
Effects of Urea, Tetramethyl Urea, and Trimethylamine <i>N</i>-Oxide on Aqueous Solution Structure
and Solvation of Protein Backbones: A Molecular Dynamics Simulation Study. Journal of Physical
Chemistry B, 2010, 114, 557-568.

1.2 159

3107 Tetrahedral order, pair correlation entropy, and waterlike liquid state anomalies: Comparison of
GeO2 with BeF2, SiO2, and H2O. Journal of Chemical Physics, 2010, 132, 234507. 1.2 55

3108 Properties of aging FeCl2 clusters grown in supercritical water investigated by molecular dynamics
simulations. Journal of Chemical Physics, 2010, 132, 014702. 1.2 8

3109 Toward an Understanding of the Aqueous Solubility of Amino Acids in the Presence of Salts: A
Molecular Dynamics Simulation Study. Journal of Physical Chemistry B, 2010, 114, 16450-16459. 1.2 34

3110 Towards understanding water: simulation of modified water models. Journal of Physics Condensed
Matter, 2010, 22, 284107. 0.7 9

3111 Vibrational Spectroscopy as a Probe of Structure and Dynamics in Liquid Water. Chemical Reviews,
2010, 110, 1498-1517. 23.0 640

3112 The structure of ambient water. Molecular Physics, 2010, 108, 1415-1433. 0.8 209

3113 Comment on â€œAn explanation for the charge on water's surfaceâ€• by A. Gray-Weale and J. K. Beattie,
Phys. Chem. Chem. Phys., 2009, 11, 10994. Physical Chemistry Chemical Physics, 2010, 12, 14362. 1.3 12

3114 The shear viscosity of rigid water models. Journal of Chemical Physics, 2010, 132, 096101. 1.2 276

3115 Atomistic Simulation of Water Percolation and Proton Hopping in Nafion Fuel Cell Membrane. Journal
of Physical Chemistry B, 2010, 114, 13681-13690. 1.2 125

3116 Ion Solvation in a Waterâˆ’Urea Mixture. Journal of Physical Chemistry B, 2010, 114, 613-619. 1.2 28

3117 Molecular simulation of water confined in nanoporous silica. Journal of Physics Condensed Matter,
2010, 22, 284110. 0.7 111

3118 Host and adsorbate dynamics in silicates with flexible frameworks: Empirical force field simulation of
water in silicalite. Journal of Chemical Physics, 2010, 132, 094501. 1.2 13

3119
Structure and Dynamics of <i>N</i>,<i>N</i>-Diethyl-<i>N</i>-methylammonium Triflate Ionic Liquid,
Neat and with Water, from Molecular Dynamics Simulations. Journal of Physical Chemistry A, 2010, 114,
12764-12774.

1.1 58

3120 Computer simulation study of rotational diffusion in polar liquids of different types. Journal of
Chemical Physics, 2010, 133, 134502. 1.2 18

3121 Nonequilibrium adiabatic molecular dynamics simulations of methane clathrate hydrate
decomposition. Journal of Chemical Physics, 2010, 132, 144703. 1.2 91

3122 On the Investigation of Coarse-Grained Models for Water: Balancing Computational Efficiency and
the Retention of Structural Properties. Journal of Physical Chemistry B, 2010, 114, 4590-4599. 1.2 66

3123 Exploring nanoscale hydrophobic hydration. Faraday Discussions, 2010, 146, 13. 1.6 42



168

Citation Report

# Article IF Citations

3124 Heat-Driven Release of a Drug Molecule from Carbon Nanotubes: A Molecular Dynamics Study. Journal
of Physical Chemistry B, 2010, 114, 13481-13486. 1.2 70

3125 Vertical Ionization Potentials of Nucleobases in a Fully Solvated DNA Environment. Journal of
Physical Chemistry B, 2010, 114, 5886-5894. 1.2 69

3126 An overview of current issues in the uptake of atmospheric trace gases by aerosols and clouds.
Atmospheric Chemistry and Physics, 2010, 10, 10561-10605. 1.9 352

3127 Probability distributions of molecular observables computed from Markov models. II. Uncertainties in
observables and their time-evolution. Journal of Chemical Physics, 2010, 133, 105102. 1.2 38

3128 Structure of liquid water under high pressure up to 17 GPa. Physical Review B, 2010, 81, . 1.1 75

3129 Instantaneous Liquid Interfaces. Journal of Physical Chemistry B, 2010, 114, 1954-1958. 1.2 349

3130
Molecular-Dynamics and First-Principles Calculations of Raman Spectra and Molecular and Electronic
Structure of Hydrogen Clusters in Hydrogen Clathrate Hydrate. Journal of Physical Chemistry C, 2010,
114, 21042-21050.

1.5 30

3131 Association Thermodynamics and Conformational Stability of Î²-Sheet Amyloid Î²(17-42) Oligomers:
Effects of E22Q (Dutch) Mutation and Charge Neutralization. Biophysical Journal, 2010, 98, 282-296. 0.2 49

3132 The Behavior of the Hydrophobic Effect under Pressure and Protein Denaturation. Biophysical
Journal, 2010, 98, 1626-1631. 0.2 89

3133 Putative Active States of a Prototypic G-Protein-Coupled Receptor from Biased Molecular Dynamics.
Biophysical Journal, 2010, 98, 2347-2355. 0.2 59

3134 pKa Values for the Unfolded State under Native Conditions Explain the pH-Dependent Stability of PGB1.
Biophysical Journal, 2010, 99, 3365-3373. 0.2 13

3135 Unexpected Behavior of Helium as Guest Gas in sII Binary Hydrates. Journal of Physical Chemistry
Letters, 2010, 1, 1014-1017. 2.1 30

3136 Molecular Modeling of Biomembranes: A How-to Approach. , 2010, , 35-58. 2

3137 Dynamics-Based Discovery of Allosteric Inhibitors: Selection of New Ligands for the C-terminal
Domain of Hsp90. Journal of Chemical Theory and Computation, 2010, 6, 2978-2989. 2.3 83

3138 Atomistic Insight on the Charging Energetics in Subnanometer Pore Supercapacitors. Journal of
Physical Chemistry C, 2010, 114, 18012-18016. 1.5 53

3139 Fluctuations of Water near Extended Hydrophobic and Hydrophilic Surfaces. Journal of Physical
Chemistry B, 2010, 114, 1632-1637. 1.2 254

3140 Molecular Dynamics in Physiological Solutions: Force Fields, Alkali Metal Ions, and Ionic Strength.
Journal of Chemical Theory and Computation, 2010, 6, 2167-2175. 2.3 56

3141 Nanoparticles in aqueous media: crystallization and solvation charge asymmetry. Soft Matter, 2010, 6,
331-341. 1.2 26



169

Citation Report

# Article IF Citations

3142 Water Adsorption on Kaolinite Surfaces Containing Trenches. Journal of Physical Chemistry A, 2010,
114, 2171-2178. 1.1 34

3143 Kirkwoodâ€“Buff derived force field for alkali chlorides in simple point charge water. Journal of
Chemical Physics, 2010, 132, 024109. 1.2 34

3144 Three-Dimensional Molecular Theory of Solvation Coupled with Molecular Dynamics in Amber.
Journal of Chemical Theory and Computation, 2010, 6, 607-624. 2.3 232

3145 What Controls Au Nanoparticle Dispersity during Growth?. Nano Letters, 2010, 10, 3408-3413. 4.5 31

3146 Ion-Specific Effects under Confinement: The Role of Interfacial Water. ACS Nano, 2010, 4, 2035-2042. 7.3 131

3147 Surface-Active <i>cis</i>-Pinonic Acid in Atmospheric Droplets: A Molecular Dynamics Study. Journal
of Physical Chemistry Letters, 2010, 1, 769-773. 2.1 88

3148 Competitive Entry of Sodium and Potassium into Nanoscale Pores. Journal of Physical Chemistry B,
2010, 114, 12252-12256. 1.2 18

3149 Electronic Continuum Model for Molecular Dynamics Simulations of Biological Molecules. Journal
of Chemical Theory and Computation, 2010, 6, 1498-1508. 2.3 130

3150
Ab Initio Study of Water Polarization in the Hydration Shell of Aqueous Hydroxide: Comparison
between Polarizable and Nonpolarizable Water Models. Journal of Chemical Theory and Computation,
2010, 6, 2888-2895.

2.3 16

3151 Metadynamics As a Tool for Mapping the Conformational and Free-Energy Space of Peptides â€” The
Alanine Dipeptide Case Study. Journal of Physical Chemistry B, 2010, 114, 5632-5642. 1.2 58

3152 Thermodynamic and Hydrogen-Bonding Analyses of the Interaction between Model Lipid Bilayers.
Journal of Physical Chemistry B, 2010, 114, 3013-3019. 1.2 20

3153 Systematic Docking Study of the Carbohydrate Binding Module Protein of Cel7A with the Cellulose IÎ±
Crystal Model. Journal of Physical Chemistry B, 2010, 114, 49-58. 1.2 31

3154 Monte Carlo study of sI hydrogen hydrates. Molecular Simulation, 2010, 36, 736-744. 0.9 14

3155
Explicit Water Models Affect the Specific Solvation and Dynamics of Unfolded Peptides While the
Conformational Behavior and Flexibility of Folded Peptides Remain Intact. Journal of Chemical Theory
and Computation, 2010, 6, 3569-3579.

2.3 108

3156 Low-Frequency Vibrational Spectrum of Water around Cyclodextrin and Its Methyl-Substituted
Derivatives. Langmuir, 2010, 26, 14097-14102. 1.6 13

3157 The Chirality of DNA: Elasticity Cross-Terms at Base-Pair Level Including A-Tracts and the Influence of
Ionic Strength. Journal of Physical Chemistry B, 2010, 114, 8022-8031. 1.2 18

3158 Water and Trehalose: How Much Do They Interact with Each Other?. Journal of Physical Chemistry B,
2010, 114, 4904-4908. 1.2 80

3159
Water adsorption on hydrophilic and hydrophobic self-assembled monolayers as proxies for
atmospheric surfaces. A grand canonical Monte Carlo simulation study. Physical Chemistry Chemical
Physics, 2010, 12, 4604.

1.3 45



170

Citation Report

# Article IF Citations

3160 Analysis of dissociation process for gas hydrates by molecular dynamics simulation. Molecular
Simulation, 2010, 36, 246-253. 0.9 40

3161 Controversial Evidence on the Point of Minimum Density in Deeply Supercooled Confined Water.
Journal of Physical Chemistry Letters, 2010, 1, 1277-1282. 2.1 57

3162 Dielectric Constant of Ice Ih and Ice V: A Computer Simulation Study. Journal of Physical Chemistry B,
2010, 114, 6089-6098. 1.2 31

3163 Desolvation Costs of Salt Bridges across Protein Binding Interfaces: Similarities and Differences
between Implicit and Explicit Solvent Models. Journal of Physical Chemistry Letters, 2010, 1, 2844-2848. 2.1 28

3164 Simulations of a Protein Crystal with a High Resolution X-ray Structure: Evaluation of Force Fields
and Water Models. Journal of Physical Chemistry B, 2010, 114, 12811-12824. 1.2 77

3165 Driving Forces for Adsorption of Amphiphilic Peptides to the Airâˆ’Water Interface. Journal of Physical
Chemistry B, 2010, 114, 11093-11101. 1.2 28

3166 Manifestation of Rayleigh Instability in Droplets Containing Multiply Charged Macroions. Journal of
Physical Chemistry B, 2010, 114, 5263-5268. 1.2 47

3167 Temperature Dependence of Protein Dynamics Simulated with Three Different Water Models. Journal
of Chemical Theory and Computation, 2010, 6, 1390-1400. 2.3 42

3168 Accounting for Polarization Cost When Using Fixed Charge Force Fields. I. Method for Computing
Energy. Journal of Physical Chemistry B, 2010, 114, 8621-8630. 1.2 43

3169 QM/MM MD Simulations of Iodide Ion (I<sup>âˆ’</sup>) in Aqueous Solution: A Delicate Balance between
Ionâˆ’Water and Waterâˆ’Water H-Bond Interactions. Journal of Physical Chemistry A, 2010, 114, 4334-4339. 1.1 22

3170 Connecting the Molecular Scale to the Continuum Scale for Diffusion Processes in Smectite-Rich
Porous Media. Environmental Science &amp; Technology, 2010, 44, 2085-2091. 4.6 112

3171 Linear Relationship between Deformability and Thermal Stability of 2â€²-O-Modified RNA Hetero Duplexes.
Journal of Physical Chemistry B, 2010, 114, 2517-2524. 1.2 20

3172 Dynamics of a Myoglobin Mutant Enzyme: 2D IR Vibrational Echo Experiments and Simulations. Journal
of the American Chemical Society, 2010, 132, 18367-18376. 6.6 64

3173 Waterâ€™s Contribution to the Energetic Roughness from Peptide Dynamics. Journal of Chemical Theory
and Computation, 2010, 6, 2591-2597. 2.3 25

3174 Classical Density-Functional Theory of Inhomogeneous Water Including Explicit Molecular Structure
and Nonlinear Dielectric Response. Journal of Physical Chemistry B, 2010, 114, 1946-1953. 1.2 26

3175 Molecular Dynamics Study of Ionomer and Water Adsorption at Carbon Support Materials. Journal of
Physical Chemistry C, 2010, 114, 13739-13745. 1.5 70

3176 Molecular Insights into the Ion-Specific Kinetics of Anionic Peptides. Journal of Physical Chemistry B,
2010, 114, 7098-7103. 1.2 12

3177 A New Coarse-Grained Model for Water: The Importance of Electrostatic Interactions. Journal of
Physical Chemistry B, 2010, 114, 10524-10529. 1.2 170



171

Citation Report

# Article IF Citations

3178 Nuclear Quantum Effects in Water Clusters: The Role of the Molecular Flexibility. Journal of Physical
Chemistry B, 2010, 114, 2484-2492. 1.2 30

3179 Unfolding of Hydrophobic Polymers in Guanidinium Chloride Solutions. Journal of Physical
Chemistry B, 2010, 114, 2246-2254. 1.2 66

3180
Strontium Nitrate Extraction to Ionic Liquids by a Crown Ether: A Molecular Dynamics Study of
Aqueous Interfaces with C<sub>4</sub>mim<sup>+</sup>- vs C<sub>8</sub>mim<sup>+</sup>-Based
Ionic Liquids. Journal of Physical Chemistry B, 2010, 114, 13773-13785.

1.2 25

3181 Local Order, Energy, and Mobility of Water Molecules in the Hydration Shell of Small Peptides.
Journal of Physical Chemistry B, 2010, 114, 651-659. 1.2 52

3182 Dynamic Correlation between Pressure-Induced Protein Structural Transition and Water Penetration.
Journal of Physical Chemistry B, 2010, 114, 2281-2286. 1.2 63

3183 Studies on the Structure and Stability of Cyclic Peptide Based Nanotubes Using Oligomeric Approach:
A Computational Chemistry Investigation. Journal of Physical Chemistry B, 2010, 114, 16574-16583. 1.2 29

3184 Surface Charge of Electrosprayed Water Nanodroplets: A Molecular Dynamics Study. Journal of the
American Chemical Society, 2010, 132, 11270-11277. 6.6 54

3185
Nonadditive Empirical Force Fields for Short-Chain Linear Alcohols: Methanol to Butanol. Hydration
Free Energetics and Kirkwoodâˆ’Buff Analysis Using Charge Equilibration Models. Journal of Physical
Chemistry B, 2010, 114, 11076-11092.

1.2 45

3186 Effects of an Applied Electric Field on the Vaporâˆ’Liquid Equilibria of Water, Methanol, and Dimethyl
Ether. Journal of Physical Chemistry B, 2010, 114, 4261-4270. 1.2 38

3187 Observations of High-Density Ferroelectric Ordered Water in Kaolinite Trenches using Monte Carlo
Simulations. Journal of Physical Chemistry A, 2010, 114, 8396-8405. 1.1 38

3188 Self-Assembly of TMAO at Hydrophobic Interfaces and Its Effect on Protein Adsorption: Insights from
Experiments and Simulations. Langmuir, 2010, 26, 9695-9702. 1.6 26

3189
An RNA Molecular Switch: Intrinsic Flexibility of 23S rRNA Helices 40 and 68 5â€²-UAA/5â€²-GAN Internal
Loops Studied by Molecular Dynamics Methods. Journal of Chemical Theory and Computation, 2010, 6,
910-929.

2.3 46

3190 Designing Heteropolymers To Fold into Unique Structures via Water-Mediated Interactions. Journal
of Physical Chemistry B, 2010, 114, 13282-13288. 1.2 13

3191
Viscosities of the Mixtures of 1-Ethyl-3-Methylimidazolium Chloride with Water, Acetonitrile and
Glucose: A Molecular Dynamics Simulation and Experimental Study. Journal of Physical Chemistry B,
2010, 114, 5790-5794.

1.2 52

3192
Thermodynamic, Structural and Transport Properties of Tetramethyl Ammonium Fluoride: First
Principles Molecular Dynamics Simulations of an Unusual Ionic Liquid. Journal of Physical Chemistry
B, 2010, 114, 12577-12584.

1.2 37

3193 Structural and Dynamical Aspects of the Unsymmetric Hydration of Sb(III): An ab initio Quantum
Mechanical Charge Field Molecular Dynamics Simulation. Inorganic Chemistry, 2010, 49, 2132-2140. 1.9 7

3194
Molecular Approach To Understand the Tacticity Effects on the Hydrophilicity of
Poly(N-isopropylacrylamide): Solubility of Dimer Model Compounds in Water. Journal of Physical
Chemistry B, 2010, 114, 13312-13318.

1.2 37

3195 Ordering-Induced Fast Diffusion of Nanoscale Water Film on Graphene. Journal of Physical Chemistry
C, 2010, 114, 2595-2599. 1.5 48



172

Citation Report

# Article IF Citations

3196 Fluctuations in Number of Water Molecules Confined between Nanoparticles. Journal of Physical
Chemistry B, 2010, 114, 13410-13414. 1.2 30

3197 Effects of Nonadditive Interactions on Ion Solvation at the Water/Vapor Interface: A Molecular
Dynamics Study. Journal of Physical Chemistry A, 2010, 114, 12573-12584. 1.1 28

3198 Molecular simulation of aqueous solutions at clay surfaces. Journal of Physics Condensed Matter,
2010, 22, 284114. 0.7 47

3199 Characterization of Perfluorooctylbromide-Based Nanoemulsion Particles Using Atomistic Molecular
Dynamics Simulations. Journal of Physical Chemistry B, 2010, 114, 10086-10096. 1.2 15

3200 Molecular Dynamics Study of the Influence of Calcium Ions on Foam Stability. Journal of Physical
Chemistry B, 2010, 114, 10066-10074. 1.2 30

3201 Effects of an Unnatural Base Pair Replacement on the Structure and Dynamics of DNA and Neighboring
Water and Ions. Journal of Physical Chemistry B, 2010, 114, 9934-9945. 1.2 37

3202 Peptideâˆ’TiO<sub>2</sub> Interaction in Aqueous Solution: Conformational Dynamics of RGD Using
Different Water Models. Journal of Physical Chemistry B, 2010, 114, 4692-4701. 1.2 29

3203 Surface Potential at the Airâˆ’Water Interface Computed Using Density Functional Theory. Journal of
Physical Chemistry Letters, 2010, 1, 496-499. 2.1 106

3204
Transport Properties of Aqueous Solutions of (1<i>R</i>,2<i>S</i>)-(âˆ’)- and
(1<i>S</i>,2<i>R</i>)-(+)-Ephedrine Hydrochloride at Different Temperatures. Journal of Chemical &amp;
Engineering Data, 2010, 55, 1145-1152.

1.0 10

3205 Melting of a Î²-Hairpin Peptide Using Isotope-Edited 2D IR Spectroscopy and Simulations. Journal of
Physical Chemistry B, 2010, 114, 10913-10924. 1.2 97

3206
Temperature and Pressure Dependence of the Properties of the Liquidâˆ’Liquid Interface. A Computer
Simulation and Identification of the Truly Interfacial Molecules Investigation of the Waterâˆ’Benzene
System. Journal of Physical Chemistry C, 2010, 114, 21681-21693.

1.5 33

3207 Mutation of Charged Residues to Neutral Ones Accelerates Urea Denaturation of HP-35. Journal of
Physical Chemistry B, 2010, 114, 11820-11826. 1.2 20

3208 On the Mechanism of Protein Adsorption onto Hydroxylated and Nonhydroxylated TiO<sub>2</sub>
Surfaces. Journal of Physical Chemistry C, 2010, 114, 14496-14502. 1.5 88

3209 Flexibility Does Not Change the Polarizability of Water Molecules in the Liquid. Journal of Physical
Chemistry B, 2010, 114, 2051-2057. 1.2 11

3210 Role of Electrostatics in Modulating Hydrophobic Interactions and Barriers to Hydrophobic
Assembly. Journal of Physical Chemistry B, 2010, 114, 8107-8117. 1.2 14

3211 Reversal of Hofmeister Ordering for Pairing of NH4+vs Alkylated Ammonium Cations with Halide
Anions in Water. Journal of Physical Chemistry B, 2010, 114, 10843-10852. 1.2 67

3212 A systematic molecular dynamics study of nearest-neighbor effects on base pair and base pair step
conformations and fluctuations in B-DNA. Nucleic Acids Research, 2010, 38, 299-313. 6.5 349

3213 Experimental Verification of Force Fields for Molecular Dynamics Simulations Using Gly-Pro-Gly-Gly.
Journal of Physical Chemistry B, 2010, 114, 12358-12375. 1.2 42



173

Citation Report

# Article IF Citations

3214 Mapping hydrophobicity at the nanoscale: Applications to heterogeneous surfaces and proteins.
Faraday Discussions, 2010, 146, 353. 1.6 191

3215 Heat transfer in proteinâ€“water interfaces. Physical Chemistry Chemical Physics, 2010, 12, 1610. 1.3 95

3216 Protein Simulations with an Optimized Water Model: Cooperative Helix Formation and
Temperature-Induced Unfolded State Collapse. Journal of Physical Chemistry B, 2010, 114, 14916-14923. 1.2 233

3217 Comparative Study of Force Fields for Molecular Dynamics Simulations of Î±-Glycine Crystal Growth
from Solution. Crystal Growth and Design, 2010, 10, 5146-5158. 1.4 47

3218 An MM/3D-RISM Approach for Ligand Binding Affinities. Journal of Physical Chemistry B, 2010, 114,
8505-8516. 1.2 129

3219 A classical molecular dynamics study of the anomalous ionic product in near-critical and
supercritical water. Molecular Physics, 2010, 108, 193-203. 0.8 10

3220 Isotopic mass dependence of metal cation diffusion coefficients in liquid water. Geochimica Et
Cosmochimica Acta, 2010, 74, 2249-2256. 1.6 101

3221 Molecular simulation of the diffusion of uranyl carbonate species in aqueous solution. Geochimica
Et Cosmochimica Acta, 2010, 74, 4937-4952. 1.6 109

3222 Modeling of phase transition sIâˆ’sII in binary gas hydrates of methane and ethane in dependence on
composition of gas phase. Computational Materials Science, 2010, 49, S317-S321. 1.4 12

3223 The Dissociated Amorphous Silica Surface: Model Development and Evaluation. Journal of Chemical
Theory and Computation, 2010, 6, 3456-3471. 2.3 45

3224 Performance of Molecular Mechanics Force Fields for RNA Simulations: Stability of UUCG and GNRA
Hairpins. Journal of Chemical Theory and Computation, 2010, 6, 3836-3849. 2.3 339

3225
Accounting for Polarization Cost When Using Fixed Charge Force Fields. II. Method and Application
for Computing Effect of Polarization Cost on Free Energy of Hydration. Journal of Physical Chemistry
B, 2010, 114, 8631-8645.

1.2 32

3226
[CuCl<sub><i>n</i></sub>]<sup>2âˆ’<i>n</i></sup> Ion-Pair Species in 1-Ethyl-3-methylimidazolium
Chloride Ionic Liquidâˆ’Water Mixtures: Ultravioletâˆ’Visible, X-ray Absorption Fine Structure, and
Density Functional Theory Characterization. Journal of Physical Chemistry B, 2010, 114, 12614-12622.

1.2 44

3227 Topological Hydrogen-Bond Definition to Characterize the Structure and Dynamics of Liquid Water.
Journal of Physical Chemistry B, 2010, 114, 16792-16810. 1.2 72

3228 Computer Simulations on Phase Transitions in Ice. Reviews in Mineralogy and Geochemistry, 2010, 71,
315-335. 2.2 9

3229 Signatures of coherent vibrational energy transfer in IR and Raman line shapes for liquid water.
Physical Chemistry Chemical Physics, 2010, 12, 982-991. 1.3 93

3230 Molecular origins of fluorocarbon hydrophobicity. Proceedings of the National Academy of Sciences
of the United States of America, 2010, 107, 13603-13607. 3.3 325

3231 Hydrogen bonded network properties in liquid formamide. Journal of Chemical Physics, 2010, 132,
014506. 1.2 54



174

Citation Report

# Article IF Citations

3232 Structure and vibrational spectra of small water clusters from first principles simulations. Journal
of Chemical Physics, 2010, 133, 014302. 1.2 39

3233 Accurate Predictions of Water Cluster Formation, (H<sub>2</sub>O)<sub><i>n</i>=2âˆ’10</sub>.
Journal of Physical Chemistry A, 2010, 114, 11725-11737. 1.1 213

3234 Water Hydrogen-Bond Dynamics around Amino Acids: The Key Role of Hydrophilic Hydrogen-Bond
Acceptor Groups. Journal of Physical Chemistry B, 2010, 114, 2083-2089. 1.2 113

3235 Mixed-SAM Surfaces Monitoring CTX-Protein, Part II: Analysis Using Molecular Dynamics Simulations.
IEEE Transactions on Nanobioscience, 2010, 9, 297-306. 2.2 5

3236 Widom line and the liquidâ€“liquid critical point for the TIP4P/2005 water model. Journal of Chemical
Physics, 2010, 133, 234502. 1.2 267

3237 Acidâˆ’Base Mechanism for Ruthenium Water Oxidation Catalysts. Inorganic Chemistry, 2010, 49,
4543-4553. 1.9 139

3238 Molecular Dynamics Simulations of Liquid Condensed to Liquid Expanded Transitions in DPPC
Monolayers. Journal of Physical Chemistry B, 2010, 114, 1325-1335. 1.2 40

3239 Communication: On the locality of Hydrogen bond networks at hydrophobic interfaces. Journal of
Chemical Physics, 2010, 133, 221101. 1.2 55

3240 Water reorientation, hydrogen-bond dynamics and 2D-IR spectroscopy next to an extended
hydrophobic surface. Faraday Discussions, 2010, 146, 263. 1.6 98

3241 The dipole moment distribution on water is improved by using large flexibility and large bending
angle. Molecular Physics, 2010, 108, 159-169. 0.8 1

3242 Solvation theory to provide a molecular interpretation of the hydrophobic entropy loss of noble-gas
hydration. Journal of Physics Condensed Matter, 2010, 22, 284108. 0.7 26

3243 Transferability of Nonbonded Interaction Potentials for Coarse-Grained Simulations: Benzene in
Water. Journal of Chemical Theory and Computation, 2010, 6, 2434-2444. 2.3 66

3244
Poly(styrenesulfonate)âˆ’Poly(diallyldimethylammonium) Mixtures: Toward the Understanding of
Polyelectrolyte Complexes and Multilayers via Atomistic Simulations. Macromolecules, 2010, 43,
7828-7838.

2.2 45

3245 Enhanced Pair Hydrophobicity in the Waterâˆ’Dimethylsulfoxide (DMSO) Binary Mixture at Low DMSO
Concentrations. Journal of Physical Chemistry B, 2010, 114, 12875-12882. 1.2 94

3246 The trans-membrane mobilities of ions in a synthetic molecular channel under the influence of applied
electric fields. Soft Matter, 2010, 6, 558-567. 1.2 6

3247 Water Hydrogen Bond Dynamics in Aqueous Solutions of Amphiphiles. Journal of Physical Chemistry
B, 2010, 114, 3052-3059. 1.2 106

3248 Theoretical Computation of Diffusion in Minerals and Melts. Reviews in Mineralogy and Geochemistry,
2010, 72, 971-996. 2.2 17

3249 Relationship between Structure, Entropy, and Diffusivity in Water and Water-Like Liquids. Journal of
Physical Chemistry B, 2010, 114, 6995-7001. 1.2 84



175

Citation Report

# Article IF Citations

3250 Dynamical properties of supercooled water close to the liquidâ€“liquid coexistence lines, and their
relation to those at ambient conditions. Journal of Physics Condensed Matter, 2010, 22, 284105. 0.7 5

3251 Variations of water's local-structure induced by solvation of NaCl. Chinese Physics B, 2010, 19, 036101. 0.7 2

3252 Difference in Hydration between Carboxybetaine and Sulfobetaine. Journal of Physical Chemistry B,
2010, 114, 16625-16631. 1.2 198

3253 On the Use of Excess Entropy Scaling to Describe the Dynamic Properties of Water. Journal of Physical
Chemistry B, 2010, 114, 10558-10566. 1.2 61

3254 Dynamics in Clays - Combining Neutron Scattering and Microscopic Simulation. Zeitschrift Fur
Physikalische Chemie, 2010, 224, 153-181. 1.4 33

3255 Heat capacity of water: A signature of nuclear quantum effects. Journal of Chemical Physics, 2010, 132,
046101. 1.2 90

3256 Calculating Thermodynamic Properties of an Ionic Liquid with Monte Carlo Simulations with an
Orthorhombic and a Cubic Simulation Box. Journal of Physical Chemistry B, 2010, 114, 8954-8960. 1.2 7

3257 Can Salting-In/Salting-Out Ions be Classified as Chaotropes/Kosmotropes?. Journal of Physical
Chemistry B, 2010, 114, 643-650. 1.2 153

3258 Attractive Interactions between Side Chains of Histidine-Histidine and Histidine-Arginine-Based
Cationic Dipeptides in Water. Journal of Physical Chemistry B, 2010, 114, 8744-8749. 1.2 75

3259 Multiscale approach optimization on surface wettability change on rough surface. , 2010, , . 0

3260 The stability of [Zn(NH3)4]2+ in water: A quantum mechanical/molecular mechanical molecular
dynamics study. Physical Chemistry Chemical Physics, 2010, 12, 9713. 1.3 28

3261 Force-field dependence on the interfacial structure of oilâ€“water interfaces. Molecular Physics, 2010,
108, 1887-1898. 0.8 26

3262 Cluster Formation by Charged Nanoparticles on a Surface in Aqueous Solution. Journal of Physical
Chemistry C, 2010, 114, 3754-3762. 1.5 20

3263 Stabilization of Aqueous Carbon Nanotube Dispersions Using Surfactants: Insights from Molecular
Dynamics Simulations. ACS Nano, 2010, 4, 7193-7204. 7.3 93

3264 Predicting Water Sorption and Volume Swelling in Dense Polymer Systems via Computer Simulation.
Journal of Physical Chemistry B, 2010, 114, 17013-17024. 1.2 36

3265 The Use of Anisotropic Potentials in Modeling Water and Free Energies of Hydration. Journal of
Chemical Theory and Computation, 2010, 6, 1590-1607. 2.3 31

3266 Reversed Anionic Hofmeister Series: The Interplay of Surface Charge and Surface Polarity. Langmuir,
2010, 26, 7370-7379. 1.6 256

3267 Cobaltâˆ’Porphyrin Catalyzed Electrochemical Reduction of Carbon Dioxide in Water. 2. Mechanism
from First Principles. Journal of Physical Chemistry A, 2010, 114, 10174-10184. 1.1 130



176

Citation Report

# Article IF Citations

3268 Hydrophobic Amino Acid Adsorption on Surfaces of Varying Wettability. Langmuir, 2010, 26, 11095-11102. 1.6 21

3269 Ion Specificity at the Peptide Bond: Molecular Dynamics Simulations of <i>N</i>-Methylacetamide in
Aqueous Salt Solutions. Journal of Physical Chemistry B, 2010, 114, 1213-1220. 1.2 107

3270 Towards a universal method for calculating hydration free energies: a 3D reference interaction site
model with partial molar volume correction. Journal of Physics Condensed Matter, 2010, 22, 492101. 0.7 109

3271 Properties of the Liquidâˆ’Vapor Interface of Waterâˆ’Dimethyl Sulfoxide Mixtures. A Molecular
Dynamics Simulation and ITIM Analysis Study. Journal of Physical Chemistry C, 2010, 114, 12207-12220. 1.5 31

3272 Melting point and phase diagram of methanol as obtained from computer simulations of the OPLS
model. Journal of Chemical Physics, 2010, 132, 094505. 1.2 20

3273 A second generation distributed point polarizable water model. Journal of Chemical Physics, 2010, 132,
014309. 1.2 106

3274 C<sub>12</sub>E<sub>6</sub> and SDS Surfactants Simulated at the Vacuumâˆ’Water Interface.
Langmuir, 2010, 26, 5462-5474. 1.6 64

3275 Interfacial thermodynamics of confined water near molecularly rough surfaces. Faraday Discussions,
2010, 146, 341. 1.6 75

3276 Theoretical Study of the Hydrolysis of Pentameric Aluminum Complexes. Journal of Chemical Theory
and Computation, 2010, 6, 993-1007. 2.3 18

3277 Lateral confinement effects on the structural properties of surfactant aggregates: SDS on graphene.
Physical Chemistry Chemical Physics, 2010, 12, 13137. 1.3 50

3278 On the calculation of rotational anisotropy decay, as measured by ultrafast polarization-resolved
vibrational pump-probe experiments. Journal of Chemical Physics, 2010, 132, 174505. 1.2 63

3279
Effect of Water Polarizability on the Properties of Solutions of Polyvalent Ions: Simulations of
Aqueous Sodium Sulfate with Different Force Fields. Journal of Chemical Theory and Computation,
2010, 6, 3233-3240.

2.3 79

3280 Entropic trends in aqueous solutions of the common functional groups. Faraday Discussions, 0, 145,
467-485. 1.6 24

3281 Atomistic simulations of the wetting behavior of nanodroplets of water on homogeneous and phase
separated self-assembled monolayers. Soft Matter, 2010, 6, 1297. 1.2 22

3282 Electronic structure computations of Newton Black Films. Journal of Materials Chemistry, 2010, 20,
10351. 6.7 11

3283 Molecular dynamic simulations of terahertz spectra for water-methanol mixtures. Molecular
Physics, 2010, 108, 649-656. 0.8 12

3284 Insulin dimer dissociation and unfolding revealed by amide I two-dimensional infrared spectroscopy.
Physical Chemistry Chemical Physics, 2010, 12, 3579-3588. 1.3 71

3285 Transport in nanofluidic systems: a review of theory and applications. New Journal of Physics, 2010, 12,
015004. 1.2 197



177

Citation Report

# Article IF Citations

3286 The influence of molecular-scale roughness on the surface spreading of an aqueous nanodrop.
Faraday Discussions, 2010, 146, 67. 1.6 76

3287 Structure and bonding of aqueous glutamic acid from classical molecular dynamics simulations.
Physical Chemistry Chemical Physics, 2010, 12, 5341. 1.3 4

3288 Specific Interactions of Ammonium Functionalities in Amino Acids with Aqueous Fluoride and Iodide.
Journal of Physical Chemistry B, 2010, 114, 13853-13860. 1.2 19

3289 Microscopic structure of liquid 1-1-1-2-tetrafluoroethane (R134a) from Monte Carlo simulation.
Physical Chemistry Chemical Physics, 2010, 12, 13266. 1.3 11

3290
Low-Lying Structures and Stabilities of Large Water Clusters: Investigation Based on the Combination
of the AMOEBA Potential and Generalized Energy-Based Fragmentation Approach. Journal of Physical
Chemistry A, 2010, 114, 9253-9261.

1.1 43

3291 A Computer Simulation Study on Self- and Cross-Aggregation of Multiple Polar Species in
Supercritical Carbon Dioxide. Journal of Physical Chemistry A, 2010, 114, 5414-5428. 1.1 8

3292 Can gas hydrate structures be described using classical simulations?. Journal of Chemical Physics,
2010, 132, 114503. 1.2 44

3293 Molecular packing and chemical association in liquid water simulated using ab initio hybrid Monte
Carlo and different exchange-correlation functionals. Journal of Chemical Physics, 2010, 132, 204509. 1.2 14

3294 Dynamics and energetics of solute permeation through the Plasmodium falciparum aquaglyceroporin.
Physical Chemistry Chemical Physics, 2010, 12, 10246. 1.3 34

3295 Adsorption of xenon on a protein arising from the translational motion of solvent molecules.
Physical Chemistry Chemical Physics, 2010, 12, 3096. 1.3 16

3296 Molecular self-assembly in a model amphiphile system. Physical Chemistry Chemical Physics, 2010, 12,
10221. 1.3 17

3297 Comparing the Effects of Different Water Model on Computed Structural Character of H1 Peptide. ,
2010, , . 0

3298 Performance of rigid water models in the phase transition of clathrates<sup>â€ </sup>. Molecular
Simulation, 2010, 36, 35-40. 0.9 12

3299 Molecular dynamics simulations of ureaâ€“water binary droplets on flat and pillared hydrophobic
surfaces. Faraday Discussions, 2010, 146, 185. 1.6 20

3300 The effects of side chain hydrophobicity on the denaturation of simple Î²-hairpins. Physical Chemistry
Chemical Physics, 2010, 12, 9292. 1.3 16

3301 Predicting water uptake in poly(perfluorosulfonic acids) using force field simulation methods.
Physical Chemistry Chemical Physics, 2010, 12, 14543. 1.3 11

3302 Volumetric properties of human islet amyloid polypeptide in liquid water. Physical Chemistry Chemical
Physics, 2010, 12, 4233. 1.3 15

3303 Concluding remarks for FD 146: Answers and questions. Faraday Discussions, 2010, 146, 395. 1.6 21



178

Citation Report

# Article IF Citations

3304 Water structure at solid surfaces and its implications for biomolecule adsorption. Physical
Chemistry Chemical Physics, 2010, 12, 14383. 1.3 65

3305 Empirical force fields for complex hydrated calcio-silicate layered materials. Physical Chemistry
Chemical Physics, 2011, 13, 1002-1011. 1.3 228

3306 Lattice- and network-structure in plastic ice. Physical Chemistry Chemical Physics, 2011, 13, 19876. 1.3 13

3307
An abiotic analogue of the diiron(iv)oxo â€œdiamond coreâ€• of soluble methane monooxygenase
generated by direct activation of O2 in aqueous Fe(ii)/EDTA solutions: thermodynamics and electronic
structure. Physical Chemistry Chemical Physics, 2011, 13, 15272.

1.3 15

3308 Ferroelectric mobile water. Physical Chemistry Chemical Physics, 2011, 13, 1064-1069. 1.3 17

3309 On the efficient and accurate short-ranged simulations of uniform polar molecular liquids.
Molecular Physics, 2011, 109, 1195-1211. 0.8 24

3310
Dynamics of Lysine Side-Chain Amino Groups in a Protein Studied by Heteronuclear
<sup>1</sup>Hâˆ’<sup>15</sup>N NMR Spectroscopy. Journal of the American Chemical Society, 2011, 133,
909-919.

6.6 71

3311 Dynamics of the Water Hydrogen Bond Network at Ionic, Nonionic, and Hydrophobic Interfaces in
Nanopores and Reverse Micelles. Journal of Physical Chemistry B, 2011, 115, 1021-1031. 1.2 49

3312 Dynamical and energetic properties of hydrogen and hydrogenâ€“tetrahydrofuran clathrate hydrates.
Physical Chemistry Chemical Physics, 2011, 13, 19780. 1.3 21

3313 N,N-Dimethylformamide-induced phase separation of hexafluoroisopropanolâ€“water mixtures. Physical
Chemistry Chemical Physics, 2011, 13, 11222. 1.3 16

3314 Accounting for electronic polarization in non-polarizable force fields. Physical Chemistry Chemical
Physics, 2011, 13, 2613. 1.3 372

3315 Designing an enzyme-based nanobiosensor using molecular modeling techniques. Physical Chemistry
Chemical Physics, 2011, 13, 8894. 1.3 27

3316 Effects of osmolytes on the helical conformation of model peptide: Molecular dynamics simulation.
Journal of Chemical Physics, 2011, 134, 035104. 1.2 27

3317 Reversible tuning of the hydrophobicâ€“hydrophilic transition of hydrophobic ionic liquids by means
of an electric field. Soft Matter, 2011, 7, 4228. 1.2 30

3318 Study of the antimicrobial peptide indolicidin and mutants in eukaryotic modelled membrane by
molecular dynamics simulations. Molecular Physics, 2011, 109, 289-300. 0.8 2

3319 X10 as a Parallel Language for Scientific Computation: Practice and Experience. , 2011, , . 21

3320 Hydrogen bond strength and network structure effects on hydration of non-polar molecules.
Physical Chemistry Chemical Physics, 2011, 13, 2748-2757. 1.3 28

3321 An atomistic study of a poly(styrene sulfonate)/poly(diallyldimethylammonium) bilayer: the role of
surface properties and charge reversal. Physical Chemistry Chemical Physics, 2011, 13, 16336. 1.3 21



179

Citation Report

# Article IF Citations

3322 Molecular dynamics simulations of surface oxideâ€“water interactions on Pt(111) and
Pt/PtCo/Pt3Co(111). Physical Chemistry Chemical Physics, 2011, 13, 20461. 1.3 14

3323
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.
Physical Chemistry Chemical Physics, 2011, 13, 17384.

1.3 22

3324 A Kirkwoodâ€“Buff force field for the aromatic amino acids. Physical Chemistry Chemical Physics, 2011,
13, 18154. 1.3 39

3325 The role of hydrogen bonding in waterâ€“metal interactions. Physical Chemistry Chemical Physics, 2011,
13, 3375-3384. 1.3 36

3326
Non-monotonic dependence of water reorientation dynamics on surface hydrophilicity: competing
effects of the hydration structure and hydrogen-bond strength. Physical Chemistry Chemical Physics,
2011, 13, 19911.

1.3 60

3327 Entropy and the driving force for the filling of carbon nanotubes with water. Proceedings of the
National Academy of Sciences of the United States of America, 2011, 108, 11794-11798. 3.3 287

3328
Why the OPLS-AA Force Field Cannot Produce the Î²-Hairpin Structure of H1 Peptide in Solution When
Comparing with the GROMOS 43A1 Force Field?. Journal of Biomolecular Structure and Dynamics, 2011,
29, 527-539.

2.0 10

3329 3D-RISM-KH approach for biomolecular modelling at nanoscale: thermodynamics of fibril formation
and beyond. Molecular Simulation, 2011, 37, 718-728. 0.9 16

3330 An Efficient Higher-Order Fast Multipole Boundary Element Solution for Poissonâ€“Boltzmann-Based
Molecular Electrostatics. SIAM Journal of Scientific Computing, 2011, 33, 826-848. 1.3 52

3331 Nanoscale Wetting Under Electric Field from Molecular Simulations. Topics in Current Chemistry,
2011, 307, 155-179. 4.0 27

3332 Aqua Ionsâ€“Graphene Interfacial and Confinement Behavior: Insights from Isobaricâ€“Isothermal
Molecular Dynamics. Journal of Physical Chemistry A, 2011, 115, 5918-5927. 1.1 43

3333
Classical Simulations with the POLIR Potential Describe the Vibrational Spectroscopy and Energetics
of Hydration: Divalent Cations, from Solvation to Coordination Complex. Journal of the American
Chemical Society, 2011, 133, 9441-9450.

6.6 13

3334 Disaccharide Topology Induces Slowdown in Local Water Dynamics. Journal of Physical Chemistry B,
2011, 115, 7069-7084. 1.2 37

3335 Thermodynamic, Diffusional, and Structural Anomalies in Rigid-Body Water Models. Journal of
Physical Chemistry B, 2011, 115, 6935-6945. 1.2 79

3336 Structural Stability of V-Amylose Helices in Water-DMSO Mixtures Analyzed by Molecular Dynamics.
Journal of Chemical Theory and Computation, 2011, 7, 2919-2928. 2.3 63

3337 Redox-Promoting Protein Motions in Rubredoxin. Journal of Physical Chemistry B, 2011, 115, 8925-8936. 1.2 14

3338 The Iceâˆ’Vapor Interface and the Melting Point of Ice <i>I</i><sub><i>h</i></sub> for the Polarizable
POL3 Water Model. Journal of Physical Chemistry A, 2011, 115, 5973-5982. 1.1 19

3339 Hydration Shell Structure and Dynamics of Curium(III) in Aqueous Solution: First Principles and
Empirical Studies. Journal of Physical Chemistry A, 2011, 115, 4665-4677. 1.1 52



180

Citation Report

# Article IF Citations

3340 Microhydration of the Magnesium(II) Acetate Cation in the Gas Phase. Journal of Physical Chemistry A,
2011, 115, 6813-6819. 1.1 21

3341
Monte Carlo Investigation of the Thermodynamic Properties of (H<sub>2</sub>O)<sub><i>n</i></sub>
and (H<sub>2</sub>O)<sub><i>n</i></sub>H<sub>2</sub> (<i>n</i> = 2âˆ’20) Clusters. Journal of
Physical Chemistry B, 2011, 115, 4725-4744.

1.2 12

3342
Can Simulations Quantitatively Predict Peptide Transfer Free Energies to Urea Solutions?
Thermodynamic Concepts and Force Field Limitations. Journal of Physical Chemistry A, 2011, 115,
6125-6136.

1.1 93

3343 On the Reorientation and Hydrogen-Bond Dynamics of Alcohols. Journal of Physical Chemistry B, 2011,
115, 12173-12178. 1.2 43

3344 Dynamics of Encapsulated Water inside Mo<sub>132</sub> Cavities. Journal of Physical Chemistry B,
2011, 115, 5980-5992. 1.2 28

3345 Hofmeister Ion Interactions with Model Amide Compounds. Journal of Physical Chemistry B, 2011, 115,
13781-13787. 1.2 95

3346 Dynamics of Methyl Iodide Clathrate Hydrate, Investigated by MD Simulations and QENS Experiments.
Journal of Physical Chemistry C, 2011, 115, 12689-12701. 1.5 14

3347 Study on Hydroxylammonium-Based Ionic Liquids. I. Characterization. Journal of Physical Chemistry B,
2011, 115, 12473-12486. 1.2 45

3348 Monte Carlo calculations of the free energy of ice-like structures using the self-referential method.
Molecular Simulation, 2011, 37, 284-292. 0.9 8

3349 Diffusion of small penetrant molecules in polybutadienes. Molecular Physics, 2011, 109, 2025-2033. 0.8 9

3350 Configurational subdiffusion of peptides: A network study. Physical Review E, 2011, 83, 021902. 0.8 12

3351 Understanding RNA Flexibility Using Explicit Solvent Simulations: The Ribosomal and Group I Intron
Reverse Kink-Turn Motifs. Journal of Chemical Theory and Computation, 2011, 7, 2963-2980. 2.3 49

3352 Molecular dynamics simulation studies of absorption in piperazine activated MDEA solution. Physical
Chemistry Chemical Physics, 2011, 13, 13070. 1.3 11

3353 Molecular Diffusivity of Phenol in Sub- and Supercritical Water: Application of the Split-Flow Taylor
Dispersion Technique. Journal of Physical Chemistry B, 2011, 115, 2555-2562. 1.2 33

3354 Thermal and Structural Properties of Ethylammonium Chloride and Its Mixture with Water. Journal
of Physical Chemistry B, 2011, 115, 4887-4899. 1.2 34

3355 Molecular Dynamics Simulation of Water Influence on Local Structure of Nanoconfined
Polyamide-6,6. Journal of Physical Chemistry B, 2011, 115, 9720-9731. 1.2 47

3356 Understanding the Mechanisms of Bioprotection: A Comparative Study of Aqueous Solutions of
Trehalose and Maltose upon Supercooling. Journal of Physical Chemistry Letters, 2011, 2, 977-982. 2.1 49

3357
Molecular Dynamics Simulations Predict a Favorable and Unique Mode of Interaction between Lithium
(Li<sup>+</sup>) Ions and Hydrophobic Molecules in Aqueous Solution. Journal of Chemical Theory
and Computation, 2011, 7, 818-824.

2.3 8



181

Citation Report

# Article IF Citations

3358 A Polarizable Water Model for Intramolecular and Intermolecular Vibrational Spectroscopies.
Journal of Physical Chemistry B, 2011, 115, 5545-5553. 1.2 101

3359 On the Solvation of the Zn<sup>2+</sup> Ion in Methanol: A Combined Quantum Mechanics,
Molecular Dynamics, and EXAFS Approach. Inorganic Chemistry, 2011, 50, 8509-8515. 1.9 41

3360 Molecular Dynamics Simulation Study of Ion Interactions with Zwitterions. Journal of Physical
Chemistry B, 2011, 115, 8358-8363. 1.2 78

3361
Efficient Explicit-Solvent Molecular Dynamics Simulations of Molecular Association Kinetics:
Methane/Methane, Na<sup>+</sup>/Cl<sup>âˆ’</sup>, Methane/Benzene, and K<sup>+</sup>/18-Crown-6
Ether. Journal of Chemical Theory and Computation, 2011, 7, 1189-1197.

2.3 47

3362 Subpicosecond Dynamics of Metal-to-Ligand Charge-Transfer Excited States in Solvated [Ru(bpy)3]2+
Complexes. Journal of Physical Chemistry C, 2011, 115, 15617-15626. 1.5 39

3363 Importance of Each Residue within Secretin for Receptor Binding and Biological Activity.
Biochemistry, 2011, 50, 2983-2993. 1.2 24

3364
Modeling the Nanophase Structural Dynamics of Phenylated Sulfonated Poly Ether Ether Ketone
Ketone (Ph-SPEEKK) Membranes As a Function of Hydration. Journal of Physical Chemistry B, 2011, 115,
1817-1824.

1.2 15

3365 Association and Microheterogeneity in Aqueous 2-Butoxyethanol Solutions. Journal of Physical
Chemistry B, 2011, 115, 15323-15331. 1.2 34

3366 Small Molecule Solvation Free Energy: Enhanced Conformational Sampling Using Expanded Ensemble
Molecular Dynamics Simulation. Journal of Chemical Theory and Computation, 2011, 7, 2910-2918. 2.3 41

3367 Water: Two Liquids Divided by a Common Hydrogen Bond. Journal of Physical Chemistry B, 2011, 115,
14014-14022. 1.2 32

3368 A Force Field for the Interaction of Water with TiO<sub>2</sub> Surfaces. Journal of Physical
Chemistry C, 2011, 115, 24206-24214. 1.5 31

3369 Electric Control of Wetting by Salty Nanodrops: Molecular Dynamics Simulations. Journal of Physical
Chemistry C, 2011, 115, 22393-22399. 1.5 59

3370 Coarse-Grained Molecular Dynamics Simulations of the Sphere to Rod Transition in Surfactant
Micelles. Langmuir, 2011, 27, 6628-6638. 1.6 130

3371 Optimized Unlike-Pair Interactions for Waterâ€“Carbon Dioxide Mixtures Described by the SPC/E and
EPM2 Models. Journal of Physical Chemistry B, 2011, 115, 8775-8784. 1.2 68

3372 An efficient method for accurate evaluation of the siteâ€“site direct correlation functions of
molecular fluids. Molecular Physics, 2011, 109, 2553-2564. 0.8 20

3373 Hydrophobic Transition in Porous Amorphous Silica. Journal of Physical Chemistry B, 2011, 115,
7881-7886. 1.2 57

3374 Molecular Simulations of Multimodal Ligandâ€“Protein Binding: Elucidation of Binding Sites and
Correlation with Experiments. Journal of Physical Chemistry B, 2011, 115, 13320-13327. 1.2 41

3375 Composition, Structure, and Mobility of Waterâˆ’Acetonitrile Mixtures in a Silica Nanopore Studied by
Molecular Dynamics Simulations. Analytical Chemistry, 2011, 83, 2569-2575. 3.2 66



182

Citation Report

# Article IF Citations

3376
Structure of Leucine Adsorbed on Polystyrene from Nonlinear Vibrational Spectroscopy
Measurements, Molecular Dynamics Simulations, and Electronic Structure Calculations. Journal of
Physical Chemistry C, 2011, 115, 11216-11225.

1.5 27

3377
A Direct Comparison of the MM-GB/SA Scoring Procedure and Free-Energy Perturbation Calculations
Using Carbonic Anhydrase as a Test Case: Strengths and Pitfalls of Each Approach. Journal of Chemical
Theory and Computation, 2011, 7, 2296-2306.

2.3 23

3378 Extracting Realistic Kinetics of Rare Activated Processes from Accelerated Molecular Dynamics Using
Kramersâ€™ Theory. Journal of Chemical Theory and Computation, 2011, 7, 575-581. 2.3 29

3379 Hydration Thermodynamics Using the Reference Interaction Site Model: Speed or Accuracy?. Journal of
Physical Chemistry B, 2011, 115, 6011-6022. 1.2 57

3380 Molecular Modeling of Organophosphorous Agents and Their Aqueous Solutions. Journal of Physical
Chemistry A, 2011, 115, 5201-5209. 1.1 22

3381 Molecular Simulation Study of Water Mobility in Aerosol-OT Reverse Micelles. Journal of Physical
Chemistry A, 2011, 115, 6306-6316. 1.1 38

3382 Mechanistic Analysis of Gas Enrichment in Gasâ€“Water Mixtures near Extended Surfaces. Journal of
Physical Chemistry C, 2011, 115, 17495-17502. 1.5 8

3383 Molecular Dynamics Simulations of Surface Oxidation on Pt(111) and Pt/PtCo/Pt<sub>3</sub>Co(111).
Journal of Physical Chemistry C, 2011, 115, 4104-4113. 1.5 23

3384 Correlation and Prediction of Water Content in Alkanes Using a Molecular Theory. Industrial &amp;
Engineering Chemistry Research, 2011, 50, 7791-7799. 1.8 23

3385 Determination of Conformational Equilibria in Proteins Using Residual Dipolar Couplings. Journal of
Chemical Theory and Computation, 2011, 7, 4189-4195. 2.3 35

3386 Effect of the Zn<sup>2+</sup> and Hg<sup>2+</sup> Ions on the Structure of Liquid Water. Journal
of Physical Chemistry A, 2011, 115, 4798-4803. 1.1 34

3387 Thermal stability of the hydrogen-bonded water network in the hydration shell of islet amyloid
polypeptide. Journal of Physics Condensed Matter, 2011, 23, 155105. 0.7 6

3388 Methanol Strengthens Hydrogen Bonds and Weakens Hydrophobic Interactions in Proteins â€“ A
Combined Molecular Dynamics and NMR study. Journal of Physical Chemistry B, 2011, 115, 6653-6660. 1.2 80

3389 Biophysical Analysis of Binding of WW Domains of the YAP2 Transcriptional Regulator to PPXY Motifs
within WBP1 and WBP2 Adaptors. Biochemistry, 2011, 50, 9616-9627. 1.2 30

3390 Molecular Simulations of the Structure and Dynamics of Water Confined between Alkanethiol
Self-Assembled Monolayer Plates. Journal of Physical Chemistry B, 2011, 115, 4662-4670. 1.2 13

3391 Glassy Nature of Water in an Ultraconfining Disordered Material: The Case of
Calciumâˆ’Silicateâˆ’Hydrate. Journal of the American Chemical Society, 2011, 133, 2499-2510. 6.6 232

3392 Fine Structure of the Dielectric Response to a Molecular-Sized Ion in Water. Journal of Physical
Chemistry Letters, 2011, 2, 1588-1591. 2.1 4

3393 Role of Water in the Enzymatic Catalysis: Study of ATP + AMP â†’ 2ADP Conversion by Adenylate Kinase.
Journal of Physical Chemistry A, 2011, 115, 3691-3697. 1.1 37



183

Citation Report

# Article IF Citations

3394 Vibrational Spectroscopy of Water in Narrow Nanopores. Journal of Physical Chemistry B, 2011, 115,
5268-5277. 1.2 9

3395
Hydration Properties and Interlayer Organization of Water and Ions in Synthetic Na-Smectite with
Tetrahedral Layer Charge. Part 2. Toward a Precise Coupling between Molecular Simulations and
Diffraction Data. Journal of Physical Chemistry C, 2011, 115, 1867-1881.

1.5 134

3396
CH<sub>2</sub>Cl<sub>2</sub> + OH<sup>âˆ’</sup> Reaction in Aqueous Solution: A Combined
Quantum Mechanical and Molecular Mechanics Study. Journal of Physical Chemistry A, 2011, 115,
1380-1384.

1.1 13

3397 Behavior of Î²-Amyloid 1âˆ’16 at the Airâˆ’Water Interface at Varying pH by Nonlinear Spectroscopy and
Molecular Dynamics Simulations. Journal of Physical Chemistry A, 2011, 115, 5873-5880. 1.1 12

3398 Dielectric Constant of Ices and Water: A Lesson about Water Interactions. Journal of Physical
Chemistry A, 2011, 115, 5745-5758. 1.1 108

3399 Cations Strongly Reduce Electron-Hopping Rates in Aqueous Solutions. Journal of the American
Chemical Society, 2011, 133, 13489-13495. 6.6 7

3400 Ion-Pair Association Constant for LiOH in Supercritical Water. Journal of Chemical &amp; Engineering
Data, 2011, 56, 3637-3642. 1.0 30

3401 Collective Hydrogen Bond Reorganization in Water Studied with Temperature-Dependent Ultrafast
Infrared Spectroscopy. Journal of Physical Chemistry B, 2011, 115, 5604-5616. 1.2 92

3402 Molecular Dynamics Simulation Study of Interaction between Model Rough Hydrophobic Surfaces.
Journal of Physical Chemistry A, 2011, 115, 6059-6067. 1.1 13

3403 Molecular Dynamics and Neutron Scattering Study of Glucose Solutions Confined in MCM-41. Journal
of Physical Chemistry B, 2011, 115, 910-918. 1.2 37

3404 Hydration Properties of Î±-, Î²-, and Î³-Cyclodextrins from Molecular Dynamics Simulations. Journal of
Physical Chemistry B, 2011, 115, 6347-6357. 1.2 39

3405 Solidâˆ’Solid and Solidâˆ’Fluid Equilibria of the Most Popular Models of Methanol Obtained by
Computer Simulation. Journal of Physical Chemistry B, 2011, 115, 3522-3530. 1.2 9

3406 Urea and Guanidinium Induced Denaturation of a Trp-Cage Miniprotein. Journal of Physical Chemistry
B, 2011, 115, 8910-8924. 1.2 56

3407 Guanidinium Cations Pair with Positively Charged Arginine Side Chains in Water. Journal of Physical
Chemistry Letters, 2011, 2, 1387-1389. 2.1 49

3408
Surface Hydrophilicity-Dependent Water Adsorption on Mixed Self-Assembled Monolayers of
C<sub>7</sub>â€“CH<sub>3</sub> and C<sub>7</sub>â€“COOH Residues. A Grand Canonical Monte Carlo
Simulation Study. Journal of Physical Chemistry C, 2011, 115, 19165-19177.

1.5 24

3409 Anomalous Behavior of Linear Hydrocarbon Chains in Waterâ€“DMSO Binary Mixture at Low DMSO
Concentration. Journal of Physical Chemistry B, 2011, 115, 7612-7620. 1.2 37

3410 Dynamical Signature of Abasic Damage in DNA. Journal of the American Chemical Society, 2011, 133,
720-723. 6.6 31

3411 Hybrid Quantum Mechanical/Molecular Mechanics Study of the S<sub>N</sub>2 Reaction of
CH<sub>3</sub>Cl+OH<sup>â€“</sup> in Water. Journal of Physical Chemistry A, 2011, 115, 12047-12052. 1.1 41



184

Citation Report

# Article IF Citations

3412 Crystal Polymorphism of Propylammonium Chloride and Structural Properties of Its Mixture with
Water. Journal of Physical Chemistry B, 2011, 115, 11805-11815. 1.2 15

3413 Microscopic Wetting of Self-Assembled Monolayers with Different Surfaces: A Combined Molecular
Dynamics and Quantum Mechanics Study. Langmuir, 2011, 27, 8611-8620. 1.6 34

3414 Polarizable Atomic Multipole-Based Molecular Mechanics for Organic Molecules. Journal of Chemical
Theory and Computation, 2011, 7, 3143-3161. 2.3 385

3415 The Langevin Hull: Constant Pressure and Temperature Dynamics for Nonperiodic Systems. Journal of
Chemical Theory and Computation, 2011, 7, 834-842. 2.3 11

3416 Understanding Three Hydration-Dependent Transitions of Zwitterionic Carboxybetaine Hydrogel by
Molecular Dynamics Simulations. Journal of Physical Chemistry B, 2011, 115, 11575-11580. 1.2 23

3417 Grand canonical ensemble molecular dynamics simulation of water solubility in polyamide-6,6.
Physical Chemistry Chemical Physics, 2011, 13, 669-673. 1.3 12

3418 Steered Molecular Dynamics Simulations of the Electron Transfer Complex between Azurin and
Cytochrome <i>c</i><sub>551</sub>. Journal of Physical Chemistry B, 2011, 115, 1211-1219. 1.2 9

3419 A Kirkwood-Buff Derived Force Field for Aqueous Alkali Halides. Journal of Chemical Theory and
Computation, 2011, 7, 1369-1380. 2.3 128

3420 Energetic Origin of Proton Affinity to the Air/Water Interface. Journal of Physical Chemistry B, 2011,
115, 4745-4751. 1.2 39

3421 Hydrogenated/Fluorinated Catanionic Surfactants as Potential Templates for Nanostructure Design.
Langmuir, 2011, 27, 9719-9728. 1.6 18

3422 Controlling the Photoreactivity of the Photoactive Yellow Protein Chromophore by Substituting at
the <i>p</i>-Coumaric Acid Group. Journal of Physical Chemistry B, 2011, 115, 7021-7028. 1.2 28

3424
Calculation of Local Water Densities in Biological Systems: A Comparison of Molecular Dynamics
Simulations and the 3D-RISM-KH Molecular Theory of Solvation. Journal of Physical Chemistry B, 2011,
115, 319-328.

1.2 80

3425 Lane formation in confined cation mixtures in strong DC electric fields. Molecular Simulation, 2011,
37, 997-1000. 0.9 0

3426 Enhanced Dynamics of HIV gp120 Glycoprotein by Small Molecule Binding. Biochemistry, 2011, 50,
4173-4183. 1.2 14

3427 Wetting and drying scenarios of ionic solutions. Molecular Physics, 2011, 109, 1275-1288. 0.8 11

3428 Time-Reversible Velocity Predictors for Verlet Integration with Velocity-Dependent Right-Hand Side.
Journal of Chemical Theory and Computation, 2011, 7, 3596-3607. 2.3 25

3429 Solvation Structure and Ion Complexation of La<sup>3+</sup> in a 1 Molal Aqueous Solution of
Lanthanum Chloride. Journal of Physical Chemistry A, 2011, 115, 6575-6581. 1.1 42

3430 Using molecular simulation to predict solute solvation and partition coefficients in solvents of
different polarity. Physical Chemistry Chemical Physics, 2011, 13, 9155. 1.3 30



185

Citation Report

# Article IF Citations

3431 Molecular dynamics study of the hydration of the hydroxyl radical at body temperature. Physical
Chemistry Chemical Physics, 2011, 13, 9458. 1.3 26

3432 Theoretical and Computational Analysis of Static and Dynamic Anomalies in Waterâˆ’DMSO Binary
Mixture at Low DMSO Concentrations. Journal of Physical Chemistry B, 2011, 115, 685-692. 1.2 99

3433 Surface of Liquid Water: Three-Body Interactions and Vibrational Sum-Frequency Spectroscopy.
Journal of the American Chemical Society, 2011, 133, 10360-10363. 6.6 103

3435 On the structure of organic-coated water droplets: From â€œnet water attractorsâ€• to â€œoilyâ€• drops.
Journal of Geophysical Research, 2011, 116, . 3.3 14

3436 Discovering Conformational Sub-States Relevant to Protein Function. Biophysical Journal, 2011, 100,
172a. 0.2 1

3437 Molecular Origin of Gerstmann-StrÃ¤ussler-Scheinker Syndrome: Insight from Computer Simulation of
an Amyloidogenic Prion Peptide. Biophysical Journal, 2011, 100, 3000-3007. 0.2 11

3438 Computational Electrophysiology: The Molecular Dynamics of Ion Channel Permeation and Selectivity
in Atomistic Detail. Biophysical Journal, 2011, 101, 809-817. 0.2 214

3439 Toward a Universal Model To Calculate the Solvation Thermodynamics of Druglike Molecules: The
Importance of New Experimental Databases. Molecular Pharmaceutics, 2011, 8, 1423-1429. 2.3 38

3440 Individual activity coefficients of a solvent primitive model electrolyte calculated from the inverse
grand-canonical Monte Carlo simulation and MSA theory. Molecular Physics, 2011, 109, 49-54. 0.8 4

3441 Discovering Conformational Sub-States Relevant to Protein Function. PLoS ONE, 2011, 6, e15827. 1.1 61

3442 Thermodynamics of liquids: standard molar entropies and heat capacities of common solvents from
2PT molecular dynamics. Physical Chemistry Chemical Physics, 2011, 13, 169-181. 1.3 144

3443 A microscopic model for gas diffusion dynamics in a [NiFe]-hydrogenase. Physical Chemistry Chemical
Physics, 2011, 13, 7708. 1.3 27

3444 Fluorinated and Nanoporous Graphene Materials As Sorbents for Gas Separations. ACS Applied
Materials &amp; Interfaces, 2011, 3, 4451-4458. 4.0 105

3445 Molecular Dynamics Study of the Effect of Calcium Ions on the Monolayer of SDC and SDSn
Surfactants at the Vapor/Liquid Interface. Langmuir, 2011, 27, 5762-5771. 1.6 90

3446 The Orientation and Charge of Water at the Hydrophobic Oil Dropletâ€“Water Interface. Journal of the
American Chemical Society, 2011, 133, 10204-10210. 6.6 213

3447 Solvent and Salt Effects on Structural Stability of Human Telomere. Journal of Physical Chemistry B,
2011, 115, 2408-2416. 1.2 23

3448 Prediction of self-diffusion coefficient and shear viscosity of water and its binary mixtures with
methanol and ethanol by molecular simulation. Journal of Chemical Physics, 2011, 134, 074508. 1.2 182

3449 Gas Permeation Properties of Helium, Hydrogen, and Polar Molecules Through Microporous Silica
Membranes at High Temperatures. Membrane Science and Technology, 2011, 14, 117-136. 0.5 3



186

Citation Report

# Article IF Citations

3450 A molecular dynamics study of water nucleation using the TIP4P/2005 model. Journal of Chemical
Physics, 2011, 135, 244505. 1.2 37

3451 Molecular Simulation Study of the Adsorption of Naphthalene and Ozone on Atmospheric Air/Ice
Interfaces. Journal of Physical Chemistry A, 2011, 115, 9226-9236. 1.1 38

3452 Molecular Simulation of Diffusion of Hydrogen, Carbon Monoxide, and Water in Heavy
<i>n</i>-Alkanes. Journal of Physical Chemistry B, 2011, 115, 1429-1439. 1.2 63

3453 Molecular Dynamics Studies of Interfacial Water at the Alumina Surface. Journal of Physical
Chemistry C, 2011, 115, 2038-2046. 1.5 136

3454
Effect of Water on Solvation Structure and Dynamics of Ions in the Peptide Bond Environment:
Importance of Hydrogen Bonding and Dynamics of the Solvents. Journal of Physical Chemistry B, 2011,
115, 13241-13252.

1.2 52

3455 Molecular Dynamics Simulations of Nanoparticle Self-Assembly at Ionic Liquidâ€“Water and Ionic
Liquidâ€“Oil Interfaces. Langmuir, 2011, 27, 11339-11346. 1.6 40

3456
Molecular Insights into the Surface Morphology, Layering Structure, and Aggregation Kinetics of
Surfactant-Stabilized Graphene Dispersions. Journal of the American Chemical Society, 2011, 133,
12810-12823.

6.6 140

3457 Microsecond Molecular Dynamics Simulations of the Kinetic Pathways of Gas Hydrate Formation
from Solid Surfaces. Langmuir, 2011, 27, 5961-5967. 1.6 154

3458 How Water Adsorbs in Hydrophobic Nanospaces. Journal of Physical Chemistry C, 2011, 115, 16606-16612. 1.5 54

3459 Atomistic Study of Surface Effects on Polyelectrolyte Adsorption: Case Study of a
Poly(styrenesulfonate) Monolayer. Macromolecules, 2011, 44, 1707-1718. 2.2 33

3460
Aqueous NaCl Solutions within Charged Carbon-Slit Pores: Partition Coefficients and Density
Distributions from Molecular Dynamics Simulations. Journal of Physical Chemistry C, 2011, 115,
13786-13795.

1.5 82

3461 First Principles Simulations of the Infrared Spectrum of Liquid Water Using Hybrid Density
Functionals. Journal of Chemical Theory and Computation, 2011, 7, 1443-1449. 2.3 139

3462 Structure and dynamics of 1,2-dimethoxyethane and 1,2-dimethoxypropane in aqueous and non-aqueous
solutions: A molecular dynamics study. Journal of Chemical Physics, 2011, 135, 164501. 1.2 39

3463 Transient molecular dynamics simulations of liquid viscosity for nonpolar and polar fluids. Journal
of Chemical Physics, 2011, 134, 024526. 1.2 5

3464 Molecular Dynamics Simulation of the Structure and Dynamics of Waterâ€“1-Alkyl-3-methylimidazolium
Ionic Liquid Mixtures. Journal of Physical Chemistry B, 2011, 115, 6995-7008. 1.2 127

3465 Temperature dependence of crystal growth of hexagonal ice (Ih). Physical Chemistry Chemical Physics,
2011, 13, 15501. 1.3 65

3466 A flexible model for water based on TIP4P/2005. Journal of Chemical Physics, 2011, 135, 224516. 1.2 153

3467 Molecular Dynamics Simulations of Surface Oxidation on Pt and Pt/PtCo/Pt<sub>3</sub>Co
Nanoparticles Supported over Carbon. Journal of Physical Chemistry C, 2011, 115, 23768-23777. 1.5 19



187

Citation Report

# Article IF Citations

3468 Molecular Simulation of Gas Adsorption, Diffusion, and Permeation in Hydrated Nafion Membranes.
Journal of Physical Chemistry B, 2011, 115, 11352-11358. 1.2 63

3469 Thermodynamic properties of methane/water interface predicted by molecular dynamics simulations.
Journal of Chemical Physics, 2011, 134, 144702. 1.2 55

3470
Dynamical Properties of Hydrogen Sulphide Motion in its Clathrate Hydrate from Ab Initio and
Classical Isobaricâˆ’Isothermal Molecular Dynamics. Journal of Physical Chemistry A, 2011, 115,
6226-6232.

1.1 24

3471 Molecular dynamic simulation of dicarboxylic acid coated aqueous aerosol: structure and
processing of water vapor. Physical Chemistry Chemical Physics, 2011, 13, 9374. 1.3 54

3472 Theoretical Investigations on the Conformation of the Î²-<scp>d</scp>-Arabinofuranoside Ring. Journal
of Chemical Theory and Computation, 2011, 7, 420-432. 2.3 22

3473
Molecular Dynamics Investigation of the Various Atomic Force Contributions to the Interfacial
Tension at the Supercritical CO<sub>2</sub>â€“Water Interface. Journal of Physical Chemistry B, 2011,
115, 6076-6087.

1.2 57

3474 Flow-induced dynamics of carbon nanotubes. Nanoscale, 2011, 3, 4383. 2.8 11

3475 A non-polarizable model of water that yields the dielectric constant and the density anomalies of the
liquid: TIP4Q. Physical Chemistry Chemical Physics, 2011, 13, 19728. 1.3 40

3477 Water coordination structures and the excess free energy of the liquid. Journal of Chemical Physics,
2011, 134, 124514. 1.2 13

3478 On the solvation structure of dimethylsulfoxide/water around the phosphatidylcholine head group
in solution. Journal of Chemical Physics, 2011, 135, 225105. 1.2 29

3479 Replica Temperatures for Uniform Exchange and Efficient Roundtrip Times in Explicit Solvent Parallel
Tempering Simulations. Journal of Chemical Theory and Computation, 2011, 7, 2025-2027. 2.3 63

3480 Effect of wall roughness on fluid transport resistance in nanopores. Journal of Chemical Physics,
2011, 135, 144703. 1.2 53

3481 Independent pairs and Monte-Carlo simulations of the geminate recombination of solvated electrons
in liquid-to-supercritical water. Physical Chemistry Chemical Physics, 2011, 13, 20806. 1.3 15

3482 Microscopic structure and dynamics of air/water interface by computer simulationsâ€”comparison
with sum-frequency generation experiments. Physical Chemistry Chemical Physics, 2011, 13, 5388. 1.3 14

3483 Hydrophobic interactions in presence of osmolytes urea and trimethylamine-N-oxide. Journal of
Chemical Physics, 2011, 135, 174501. 1.2 37

3484 First Principles Calculations of Atomic Nickel Redox Potentials and Dimerization Free Energies: A
Study of Metal Nanoparticle Growth. Journal of Chemical Theory and Computation, 2011, 7, 485-495. 2.3 33

3485 Effect of Electric Field on Liquid Infiltration into Hydrophobic Nanopores. Langmuir, 2011, 27,
6349-6357. 1.6 36

3486 Thermodynamic, dynamic, structural, and excess entropy anomalies for core-softened potentials.
Journal of Chemical Physics, 2011, 135, 104507. 1.2 18



188

Citation Report

# Article IF Citations

3487 Nanofluids and Their Properties. Applied Mechanics Reviews, 2011, 64, . 4.5 60

3488 Density Fluctuations in Liquid Water. Physical Review Letters, 2011, 106, 037801. 2.9 63

3489 A classical polarizable model for simulations of water and ice. Physical Chemistry Chemical Physics,
2011, 13, 19925. 1.3 36

3490 Like-Charge Guanidinium Pairing from Molecular Dynamics and Ab Initio Calculations. Journal of
Physical Chemistry A, 2011, 115, 11193-11201. 1.1 53

3491 Molecular dynamics simulation of NMR powder lineshapes of linear guests in structure I clathrate
hydrates. Physical Chemistry Chemical Physics, 2011, 13, 2367-2377. 1.3 11

3492 The Nature of the Siliconâ€“Oxygen Bond. Organometallics, 2011, 30, 5815-5824. 1.1 135

3493 Experimental and Computational Investigation of the sII Binary Heâˆ’THF Hydrate. Journal of Physical
Chemistry B, 2011, 115, 1411-1415. 1.2 29

3494 Analysis of the Subcritical Carbon Dioxideâˆ’Water Interface. Journal of Physical Chemistry A, 2011, 115,
6285-6296. 1.1 24

3495 Cutoff radius effect of the isotropic periodic sum and Wolf method in liquidâ€“vapor interfaces of
water. Journal of Chemical Physics, 2011, 134, 174112. 1.2 39

3496 Stability of Amphiphilic Dendrimers at the Water/Air Interface. Journal of Physical Chemistry B, 2011,
115, 12019-12027. 1.2 14

3497 Preference for Isolated Water Molecules in a Concentrated Glycerolâ€“Water Mixture. Journal of
Physical Chemistry B, 2011, 115, 7799-7807. 1.2 49

3498 Numerical Analyses on Electric Double Layer and Electroosmotic Flow in Nano-Scale Parallel Plates. ,
2011, , . 0

3499 Wide-angle X-ray diffraction and molecular dynamics study of medium-range order in ambient and hot
water. Physical Chemistry Chemical Physics, 2011, 13, 19997. 1.3 63

3500 Ions in solutions: Determining their polarizabilities from first-principles. Journal of Chemical Physics,
2011, 134, 014511. 1.2 67

3501 Volumetric Properties of Hydrated Peptides: Voronoiâ€“Delaunay Analysis of Molecular Simulation
Runs. Journal of Physical Chemistry B, 2011, 115, 14217-14228. 1.2 53

3502 Vibrational spectroscopy of water in hydrated lipid multi-bilayers. I. Infrared spectra and ultrafast
pump-probe observables. Journal of Chemical Physics, 2011, 135, 075101. 1.2 50

3503 Friction contribution to water-bond breakage kinetics. Physical Review E, 2011, 84, 051501. 0.8 11

3504 Analysis of Infrared Spectra of Î²-Hairpin Peptides As Derived from Molecular Dynamics Simulations.
Journal of Physical Chemistry B, 2011, 115, 11872-11878. 1.2 11



189

Citation Report

# Article IF Citations

3505 Ionâ€“ion and ionâ€“water aggregations and dielectric response of aqueous solutions of Li2SO4:
molecular dynamic simulations study. Molecular Physics, 2011, 109, 813-822. 0.8 3

3506 Surface Hydroxyl Identity and Reactivity in AkaganÃ©ite. Journal of Physical Chemistry C, 2011, 115,
17036-17045. 1.5 30

3507 Measurement of Contact-Angle Hysteresis for Droplets on Nanopillared Surface and in the Cassie and
Wenzel States: A Molecular Dynamics Simulation Study. ACS Nano, 2011, 5, 6834-6842. 7.3 152

3508 Molecular Explanation for Why Talc Surfaces Can Be Both Hydrophilic and Hydrophobic. Journal of
the American Chemical Society, 2011, 133, 20521-20527. 6.6 152

3509 Molecular dynamics simulation of pressure-driven water flow in silicon-carbide nanotubes. Journal
of Chemical Physics, 2011, 135, 204509. 1.2 52

3511 Quantum Corrections to Classical Molecular Dynamics Simulations of Water and Ice. Journal of
Chemical Theory and Computation, 2011, 7, 2903-2909. 2.3 30

3512 Modeling the interactions of phthalocyanines in water: From the Cu(II)-tetrasulphonate to the
metal-free phthalocyanine. Journal of Chemical Physics, 2011, 134, 024503. 1.2 3

3513 Experimental and Molecular Dynamics Investigation into the Amphiphilic Nature of Sulforhodamine B.
Journal of Physical Chemistry B, 2011, 115, 1394-1402. 1.2 19

3514 Development of the CHARMM Force Field for Lipids. Journal of Physical Chemistry Letters, 2011, 2,
1526-1532. 2.1 316

3515 MOIL-opt: Energy-Conserving Molecular Dynamics on a GPU/CPU System. Journal of Chemical Theory
and Computation, 2011, 7, 3072-3082. 2.3 47

3516 Theory of Gas Hydrates: Effect of the Approximation of Rigid Water Lattice. Journal of Physical
Chemistry B, 2011, 115, 10018-10026. 1.2 21

3517 A molecular dynamics study and molecular level explanation of pressure dependence of ionic
conductivity of potassium chloride in water. Physical Chemistry Chemical Physics, 2011, 13, 10877. 1.3 8

3518 Using the Wimleyâ€“White Hydrophobicity Scale as a Direct Quantitative Test of Force Fields: The
MARTINI Coarse-Grained Model. Journal of Chemical Theory and Computation, 2011, 7, 2316-2324. 2.3 47

3519 A theoretical study of swelling and shrinking of hydrated Wyoming montmorillonite. Applied Clay
Science, 2011, 51, 177-181. 2.6 61

3520 Computational evaluation of bonding between aflatoxin B1 and smectite. Applied Clay Science, 2011, 54,
26-33. 2.6 39

3521 Structure and hydrogen bonding in aqueous sodium chloride solutions using theoretical water
model AB4: Effects of concentration. Computational and Theoretical Chemistry, 2011, 977, 97-102. 1.1 15

3522 Water structure at hematiteâ€“water interfaces. Geochimica Et Cosmochimica Acta, 2011, 75, 2043-2061. 1.6 92

3523 On the molecular diffusion coefficients of dissolved , and and their dependence on isotopic mass.
Geochimica Et Cosmochimica Acta, 2011, 75, 2483-2498. 1.6 218



190

Citation Report

# Article IF Citations

3524 Wettability of kaolinite (001) surfaces â€” Molecular dynamic study. Geoderma, 2011, 169, 47-54. 2.3 176

3525 Ions and the Protein Surface Revisited: Extensive Molecular Dynamics Simulations and Analysis of
Protein Structures in Alkali-Chloride Solutions. Journal of Physical Chemistry B, 2011, 115, 9213-9223. 1.2 32

3526 A conceptual thermal actuation system driven by interface tension of nanofluids. Energy and
Environmental Science, 2011, 4, 3632. 15.6 34

3527 Effect of Surface Morphology on the Ordered Water Layer at Room Temperature. Journal of Physical
Chemistry C, 2011, 115, 3018-3024. 1.5 52

3528 Atomistic Structure of a Micelle in Solution Determined by Wide <i>Q</i>-Range Neutron Diffraction.
Journal of the American Chemical Society, 2011, 133, 16524-16536. 6.6 66

3529 Slowing down of water dynamics in disaccharide aqueous solutions. Journal of Non-Crystalline
Solids, 2011, 357, 695-699. 1.5 49

3530 Size and Sequence and the Volume Change of Protein Folding. Journal of the American Chemical
Society, 2011, 133, 6020-6027. 6.6 101

3531 Structure and dynamics of water confined in silica nanopores. Journal of Chemical Physics, 2011, 135,
174709. 1.2 158

3532 Structural dynamics of supercooled water from quasielastic neutron scattering and molecular
simulations. Journal of Chemical Physics, 2011, 134, 144508. 1.2 162

3533 Molecular Dynamics Study of the Foam Stability of a Mixed Surfactant/Water System with and
without Calcium Ions. Journal of Physical Chemistry B, 2011, 115, 4645-4653. 1.2 22

3534 Hydrodynamics in Clay Nanopores. Journal of Physical Chemistry C, 2011, 115, 16109-16115. 1.5 168

3535 Amphiphilic Silica Nanoparticles at the Decaneâˆ’Water Interface: Insights from Atomistic Simulations.
Langmuir, 2011, 27, 5264-5274. 1.6 115

3536 Structure and Orientation of Interfacial Water Determine Atomic Force Microscopy Results: Insights
from Molecular Dynamics Simulations. ACS Nano, 2011, 5, 2215-2223. 7.3 66

3537 An improved coarse-grained model of solvation and the hydrophobic effect. Journal of Chemical
Physics, 2011, 134, 074109. 1.2 76

3538
Structural and Mechanistic Analysis through Electronic Spectra: Aqueous Hyponitrite Radical
(N<sub>2</sub>O<sub>2</sub><sup>â€“</sup>) and Nitrosyl Hyponitrite Anion
(N<sub>3</sub>O<sub>3</sub><sup>â€“</sup>). Journal of Physical Chemistry A, 2011, 115, 12004-12010.

1.1 9

3539 Melting the Ice: On the Relation between Melting Temperature and Size for Nanoscale Ice Crystals. ACS
Nano, 2011, 5, 4562-4569. 7.3 65

3540 Kinetics of hydrogen bonds in aqueous solutions of cyclodextrin and its methyl-substituted forms.
Journal of Chemical Physics, 2011, 134, 025103. 1.2 19

3541 New Theoretical Method for Rapid Prediction of Solvation Free Energy in Water. Journal of Physical
Chemistry B, 2011, 115, 6971-6975. 1.2 60



191

Citation Report

# Article IF Citations

3542 Physical Properties at the Base for the Development of an All-Atom Force Field for Ethylene Glycol.
Journal of Physical Chemistry B, 2011, 115, 3013-3019. 1.2 37

3543 Free Energy Landscapes of Ion Coordination in Aqueous Solution. Journal of Physical Chemistry B,
2011, 115, 12875-12878. 1.2 8

3544 How Do Aminoadamantanes Block the Influenza M2 Channel, and How Does Resistance Develop?.
Journal of the American Chemical Society, 2011, 133, 9903-9911. 6.6 73

3545 Multiscale Simulation Reveals Multiple Pathways for H2and O2Transport in a [NiFe]-Hydrogenase.
Journal of the American Chemical Society, 2011, 133, 3548-3556. 6.6 65

3546 Primitive models of ions in solution from molecular descriptions: A perturbation approach. Journal
of Chemical Physics, 2011, 135, 234509. 1.2 28

3547 O-Glycosylated Cell Wall Proteins Are Essential in Root Hair Growth. Science, 2011, 332, 1401-1403. 6.0 287

3548 Simulating water with rigid non-polarizable models: a general perspective. Physical Chemistry
Chemical Physics, 2011, 13, 19663. 1.3 749

3549 Free energy calculations for a flexible water model. Physical Chemistry Chemical Physics, 2011, 13,
19714. 1.3 43

3550 Computational Studies Of Huntington Protein: Classification & Binding Pattern Determination. Nature
Precedings, 2011, , . 0.1 0

3551 Fluctuation theory of molecular association and conformational equilibria. Journal of Chemical
Physics, 2011, 135, 014502. 1.2 20

3553 Glycine in aerosol water droplets: a critical assessment of KÃ¶hler theory by predicting surface
tension from molecular dynamics simulations. Atmospheric Chemistry and Physics, 2011, 11, 519-527. 1.9 31

3554
Model HULIS compounds in nanoaerosol clusters â€“ investigations of surface tension and aggregate
formation using molecular dynamics simulations. Atmospheric Chemistry and Physics, 2011, 11,
6549-6557.

1.9 29

3555 Application of Molecular Simulations to CO2-EOR: Phase-Equilibria and Interfacial Phenomena. , 2011, , . 2

3556 Structural Study for Helical Biomacromolecular Complexes of &beta;-1,3-<small>D</small>-glucans
and Polynucleotide by Molecular Dynamics Simulation. Kobunshi Ronbunshu, 2011, 68, 711-718. 0.2 2

3557 Effects of surface charge density and distribution on the nanochannel electro-osmotic flow.
International Journal of Theoretical and Applied Multiscale Mechanics, 2011, 2, 165. 0.5 3

3558 Hydrogen bonds of interfacial water in human breast cancer tissue compared to lipid and DNA
interfaces. Journal of Biophysical Chemistry, 2011, 02, 159-170. 0.1 16

3559 Interpretation of the water surface vibrational sum-frequency spectrum. Journal of Chemical Physics,
2011, 135, 044701. 1.2 118

3560 Molecular Dynamics on the Contact Line Behavior at a Nanoscale Step. 880-02 Nihon Kikai Gakkai
RonbunshÅ« Transactions of the Japan Society of Mechanical Engineers Series B B-hen, 2011, 77, 1288-1300. 0.2 0



192

Citation Report

# Article IF Citations

3561 Ascorbate peroxidaseâ€•related (APxâ€•R) is a new hemeâ€•containing protein functionally associated with
ascorbate peroxidase but evolutionarily divergent. New Phytologist, 2011, 191, 234-250. 3.5 57

3562 Binding Site Analysis of CCR2 Through <i>In Silico</i> Methodologies: Docking, CoMFA, and CoMSIA.
Chemical Biology and Drug Design, 2011, 78, 161-174. 1.5 16

3563 How water and counterions diffuse into the hydrated montmorillonite. Solid State Ionics, 2011, 203,
80-85. 1.3 63

3564 Supercritical water and particle nucleation: Implications for water chemistry control in a GEN IV
supercritical water cooled nuclear reactor. Journal of Supercritical Fluids, 2011, 60, 121-126. 1.6 18

3565 Water dynamics in chabazite. Microporous and Mesoporous Materials, 2011, 146, 106-118. 2.2 10

3566 An analysis of voids and necks in supercritical water. Journal of Molecular Liquids, 2011, 163, 1-6. 2.3 24

3567 Multiscale methods for nanochemistry and biophysics in solution. Journal of Molecular Liquids, 2011,
164, 101-112. 2.3 18

3568 Modeling the effect of water vapor on the interfacial behavior of high-temperature air in contact
with Fe20Cr surfaces. Scripta Materialia, 2011, 64, 1027-1030. 2.6 6

3569 Theoretical Study of Hydration Effects on the Selectivity of 18-Crown-6 Between K+ and Na+. Chinese
Journal of Chemical Engineering, 2011, 19, 212-216. 1.7 21

3570 Spatial correlations of ions in nanoclusters of an aqueous solution of NaCl. Journal of Structural
Chemistry, 2011, 52, 1144-1152. 0.3 0

3571 Computational studies on the behavior of Sodium Dodecyl Sulfate (SDS) at TiO2(rutile)/water
interfaces. Journal of Colloid and Interface Science, 2011, 364, 417-427. 5.0 32

3572 On the solubility of long n-alkanes in water at room temperature. Chemical Physics Letters, 2011, 511,
262-265. 1.2 8

3573 Development of isotropic siteâ€“site potential for exchange repulsion energy based on ab initio
calculation. I. Closed shell system. Chemical Physics Letters, 2011, 515, 179-185. 1.2 5

3574 Hydration structure and dynamics of K+ and Ca2+ in aqueous solution: Comparison of conventional
QM/MM and ONIOM-XS MD simulations. Chemical Physics Letters, 2011, 517, 171-175. 1.2 21

3575 Dynamics of different arachidonic acid orientations bound to prostaglandin endoperoxide synthases.
European Journal of Medicinal Chemistry, 2011, 46, 5212-5217. 2.6 4

3576 An ab initio molecular dynamics study of supercritical aqueous ionic solutions: Hydrogen bonding,
rotational dynamics and vibrational spectral diffusion. Chemical Physics, 2011, 387, 48-55. 0.9 16

3577 Molecular dynamics simulations of rigid and flexible water models: Temperature dependence of
viscosity. Chemical Physics, 2011, 388, 9-18. 0.9 54

3578 Perspective on the structure of liquid water. Chemical Physics, 2011, 389, 1-34. 0.9 289



193

Citation Report

# Article IF Citations

3579 Water Dynamics in Hectorite Clays: Infuence of Temperature Studied by Coupling Neutron Spin Echo
and Molecular Dynamics. Environmental Science &amp; Technology, 2011, 45, 2850-2855. 4.6 97

3580 Semiempirical Self-Consistent Polarization Description of Bulk Water, the Liquidâˆ’Vapor Interface, and
Cubic Ice. Journal of Physical Chemistry A, 2011, 115, 6046-6053. 1.1 22

3581 Interfacial water on crystalline silica: a comparative molecular dynamics simulation study. Molecular
Simulation, 2011, 37, 172-195. 0.9 81

3582 Water under temperature gradients: polarization effects and microscopic mechanisms of heat
transfer. Physical Chemistry Chemical Physics, 2011, 13, 19970. 1.3 29

3583 Glass-Forming Substances and Systems. Partially Ordered Systems, 2011, , 49-638. 6.5 3

3584
Combination of RISM and Cheminformatics for Efficient Predictions of Hydration Free Energy of
Polyfragment Molecules: Application to a Set of Organic Pollutants. Journal of Chemical Theory and
Computation, 2011, 7, 1450-1457.

2.3 22

3585 Orientational correlations in two-dimensional liquid crystals studied by molecular dynamics
simulation. Journal of Chemical Physics, 2011, 134, 054513. 1.2 11

3586
Structural Determination of Three Different Series of Compounds as Hsp90 Inhibitors Using 3D-QSAR
Modeling, Molecular Docking and Molecular Dynamics Methods. International Journal of Molecular
Sciences, 2011, 12, 946-970.

1.8 38

3587 Alcohol Adsorption onto Silicalite from Aqueous Solution. Journal of Physical Chemistry C, 2011, 115,
18659-18669. 1.5 37

3588 Ion and Solvent Density Distributions around Canonical B-DNA from Integral Equations. Journal of
Physical Chemistry B, 2011, 115, 547-556. 1.2 42

3589 Force Fields for Homology Modeling. Methods in Molecular Biology, 2011, 857, 83-106. 0.4 9

3590 Nanoscale fluid-structure interaction: Flow resistance and energy transfer between water and
carbon nanotubes. Physical Review E, 2011, 84, 046314. 0.8 36

3591 Structure and Energetics of Thin Film Water. Journal of Physical Chemistry C, 2011, 115, 4624-4635. 1.5 33

3592 Probing Structural Features and Binding Mode of 3-Arylpyrimidin-2,4-diones within Housefly
Î³-Aminobutyric Acid (GABA) Receptor. International Journal of Molecular Sciences, 2011, 12, 6293-6311. 1.8 2

3593 Spatial Correlations of Density and Structural Fluctuations in Liquid Water: A Comparative
Simulation Study. Journal of the American Chemical Society, 2011, 133, 1391-1398. 6.6 88

3594 Concentration dependence of NaCl ion distributions around DPPC lipid bilayers. Interdisciplinary
Sciences, Computational Life Sciences, 2011, 3, 272-282. 2.2 10

3595 Structure of bilirubin and its anion according to quantum chemical calculations and molecular
dynamics simulation. Russian Journal of Physical Chemistry A, 2011, 85, 2165-2170. 0.1 2

3596 Effect of the polarity of functional groups (-H, -OH, and -COOH) on the structure of a solvent near
single-wall carbon nanopipes. Russian Journal of Physical Chemistry A, 2011, 85, 2192-2196. 0.1 3



194

Citation Report

# Article IF Citations

3597 Quantitative investigation of the two-state picture for water in the normal liquid and the
supercooled regime. European Physical Journal E, 2011, 34, 48. 0.7 55

3598
Molecular Simulation of Aqueous Electrolyte Solubility. 2. Osmotic Ensemble Monte Carlo
Methodology for Free Energy and Solubility Calculations and Application to NaCl. Journal of Physical
Chemistry B, 2011, 115, 7849-7861.

1.2 102

3599 Optimizing Proteinâˆ’Solvent Force Fields to Reproduce Intrinsic Conformational Preferences of
Model Peptides. Journal of Chemical Theory and Computation, 2011, 7, 1220-1230. 2.3 149

3600 Derivatives of Rhodamine 19 as Mild Mitochondria-targeted Cationic Uncouplers. Journal of
Biological Chemistry, 2011, 286, 17831-17840. 1.6 80

3601 Ejection of Solvated Ions from Electrosprayed Methanol/Water Nanodroplets Studied by Molecular
Dynamics Simulations. Journal of the American Chemical Society, 2011, 133, 9354-9363. 6.6 67

3602 Role of Surfactant Molecular Structure on Self-Assembly: Aqueous SDBS on Carbon Nanotubes.
Journal of Physical Chemistry C, 2011, 115, 17286-17296. 1.5 73

3603 Importance of Polarization and Charge Transfer Effects to Model the Infrared Spectra of Peptides in
Solution. Journal of Chemical Theory and Computation, 2011, 7, 1840-1849. 2.3 27

3604 Pairwise Long-Range Compensation for Strongly Ionic Systems. Journal of Chemical Theory and
Computation, 2011, 7, 3620-3624. 2.3 18

3605
Free energy calculation using molecular dynamics simulation combined with the three-dimensional
reference interaction site model theory. II. Thermodynamic integration along a spatial reaction
coordinate. Journal of Chemical Physics, 2011, 134, 044127.

1.2 21

3606
A novel method for analyzing energy relaxation in condensed phases using nonequilibrium molecular
dynamics simulations: Application to the energy relaxation of intermolecular motions in liquid water.
Journal of Chemical Physics, 2011, 134, 184503.

1.2 29

3607 Polarization effects in molecular interactions. Wiley Interdisciplinary Reviews: Computational
Molecular Science, 2011, 1, 844-854. 6.2 28

3608 Hydration Structure of Cocaine and its Metabolites: A Molecular Dynamics Study. Journal of Solution
Chemistry, 2011, 40, 656-679. 0.6 1

3609 How Interface Geometry Dictates Waterâ€™s Thermodynamic Signature in Hydrophobic Association.
Journal of Statistical Physics, 2011, 145, 227-239. 0.5 10

3610 Quantifying Density Fluctuations in Volumes of All Shapes and Sizes Using Indirect Umbrella Sampling.
Journal of Statistical Physics, 2011, 145, 265-275. 0.5 90

3611 Deconstructing Classical Water Models at Interfaces and in Bulk. Journal of Statistical Physics, 2011,
145, 313-334. 0.5 44

3612 Length-Scale Dependence of Hydration Free Energy: Effect of Solute Charge. Journal of Statistical
Physics, 2011, 145, 253-264. 0.5 7

3613 Water Dynamics at Interfaces and Solutes: Disentangling Free Energy and Diffusivity Contributions.
Journal of Statistical Physics, 2011, 145, 240-252. 0.5 38

3614 Conformational study of bovine lactoferricin in membrane-micking conditions by molecular dynamics
simulation and circular dichroism. BioMetals, 2011, 24, 259-268. 1.8 10



195

Citation Report

# Article IF Citations

3615 On calculations of the ion hydration free energy within the framework of the RISM approach. Russian
Chemical Bulletin, 2011, 60, 223-228. 0.4 3

3616 Thermodynamic properties of goldâ€“water nanolayer mixtures using molecular dynamics. Journal of
Nanoparticle Research, 2011, 13, 4277-4293. 0.8 16

3617 Characterisation and improvement of sorption materials withÂ molecular modeling for the use in heat
transformation applications. Adsorption, 2011, 17, 833-843. 1.4 27

3618 Modeling quantum vibrational excitations in condensed-phase molecular systems. Theoretical
Chemistry Accounts, 2011, 129, 31-43. 0.5 26

3619 How do carbon nanotubes serve as carriers for gemcitabine transport in a drug delivery system?.
Journal of Molecular Graphics and Modelling, 2011, 29, 591-596. 1.3 125

3620 Cobalt-doped silica membranes for pervaporation dehydration of ethanol/water solutions. Journal of
Membrane Science, 2011, 369, 13-19. 4.1 52

3621 Vibrational spectrum of water confined in and around cyclodextrins. Chemical Physics Letters, 2011,
509, 181-185. 1.2 9

3622 Diffusion of water molecules confined in slits of rutile TiO2(110) and graphite(0001). Fluid Phase
Equilibria, 2011, 302, 316-320. 1.4 59

3623 Molecular dynamics simulations of surfactants at the silicaâ€“water interface: Anionic vs nonionic
headgroups. Journal of Colloid and Interface Science, 2011, 362, 135-143. 5.0 78

3624
Solvation structure and gelation ability of polyelectrolytes: predictions by quantum chemistry
methods and integral equation theory of molecular liquids. Procedia Computer Science, 2011, 4,
1186-1192.

1.2 6

3625 Folding of EK peptide and its dependence on salt concentration and pH: A computational study. Science
China Chemistry, 2011, 54, 1974-1981. 4.2 8

3626 Water Confined in Cylindrical Pores: A Molecular Dynamics Study. Food Biophysics, 2011, 6, 233-240. 1.4 33

3627 The unique properties of the solid-like confined liquid films: A large scale molecular dynamics
simulation approach. Acta Mechanica Solida Sinica, 2011, 24, 101-116. 1.0 21

3628 Hydration studies on the archaeal protein Sso7d using NMR measurements and MD simulations. BMC
Structural Biology, 2011, 11, 44. 2.3 10

3629 Molecular dynamics simulation of Î²<sub>2</sub>â€•microglobulin in denaturing and stabilizing
conditions. Proteins: Structure, Function and Bioinformatics, 2011, 79, 986-1001. 1.5 31

3630 Effects of glycosylation on heparin binding and antithrombin activation by heparin. Proteins:
Structure, Function and Bioinformatics, 2011, 79, 2735-2745. 1.5 22

3631 Water Transport and Purification in Nanochannels Controlled by Asymmetric Wettability. Small, 2011,
7, 2225-2231. 5.2 69

3632 Filtered stress autocorrelation functions of liquid water models. International Journal of Quantum
Chemistry, 2011, 111, 375-386. 1.0 4



196

Citation Report

# Article IF Citations

3633 Proteins, Lipids, and Water in the Gas Phase. Macromolecular Bioscience, 2011, 11, 50-59. 2.1 77

3634 Permeation properties of hydrogen and water vapor through porous silica membranes at high
temperatures. AICHE Journal, 2011, 57, 618-629. 1.8 96

3635
Minimum MD simulation length required to achieve reliable results in free energy perturbation
calculations: Case study of relative binding free energies of fructoseâ€•1,6â€•bisphosphatase inhibitors.
Journal of Computational Chemistry, 2011, 32, 2097-2103.

1.5 3

3636 Molecular dynamics simulations of triflic acid and triflate ion/water mixtures: A proton conducting
electrolytic component in fuel cells. Journal of Computational Chemistry, 2011, 32, 3319-3328. 1.5 25

3638 Design of a Gated Molecular Proton Channel. Angewandte Chemie - International Edition, 2011, 50,
768-771. 7.2 11

3639 Chitosan molecular structure as a function of <i>N</i>â€•acetylation. Biopolymers, 2011, 95, 448-460. 1.2 88

3640 Wetting transition of water on graphite and boron-nitride surfaces: A molecular dynamics study.
Fluid Phase Equilibria, 2011, 302, 310-315. 1.4 71

3641 Prediction of thermodynamic, transport and vaporâ€“liquid equilibrium properties of binary mixtures
of ethylene glycol and water. Fluid Phase Equilibria, 2011, 301, 137-144. 1.4 18

3642 Understanding the role of ion interactions in soluble salt flotation with alkylammonium and
alkylsulfate collectors. Advances in Colloid and Interface Science, 2011, 163, 1-22. 7.0 42

3643 Comparing the structural properties of human and rat islet amyloid polypeptide by MD computer
simulations. Biophysical Chemistry, 2011, 156, 43-50. 1.5 49

3644 Theoretical analysis of the hydration of C60 in normal and supercritical conditions. Carbon, 2011, 49,
187-192. 5.4 29

3645 Assessment of dynamic properties of water around a monovalent ion: A classical molecular dynamics
simulation study. Computational and Theoretical Chemistry, 2011, 966, 26-30. 1.1 11

3646 Study of aggregate formation of caffeine in water by molecular dynamics simulation. Computational
and Theoretical Chemistry, 2011, 966, 140-148. 1.1 17

3647 On the accurate calculation of the dielectric constant from molecular dynamics simulations: The
case of SPC/E and SWM4-DP water. Chemical Physics Letters, 2011, 507, 80-83. 1.2 94

3648 Assessing the solvation mechanism of C60(OH)24 in aqueous solution. Chemical Physics Letters, 2011,
507, 244-247. 1.2 34

3649 Recent trends and developments in polymer electrolyte membrane fuel cell modelling. Electrochimica
Acta, 2011, 56, 3731-3757. 2.6 111

3650 Partition coefficients of organic molecules in squalane and water/ethanol mixtures by molecular
dynamics simulations. Fluid Phase Equilibria, 2011, 306, 162-170. 1.4 2

3651 Molecular dynamics simulations of metalâ€“cyanide complexes: Fundamental considerations in gold
hydrometallurgy. Hydrometallurgy, 2011, 106, 64-70. 1.8 34



197

Citation Report

# Article IF Citations

3652 Molecular dynamics study of ion hydration under pressure. Journal of Molecular Liquids, 2011, 159,
24-30. 2.3 8

3653 Affinity of small ligands to myoglobin studied by the 3D-RISM theory. Journal of Molecular Liquids,
2011, 159, 93-98. 2.3 6

3654
System size and trajectory length dependence of the static structure factor and the diffusion
coefficient as calculated from molecular dynamics simulations: The case of SPC/E water. Journal of
Molecular Liquids, 2011, 161, 36-40.

2.3 17

3655 Diffusion of ions in supercritical water: Dependence on ion size and solvent density and roles of
voids and necks. Journal of Molecular Liquids, 2011, 162, 12-19. 2.3 19

3656 Molecular dynamics simulation for microscope insight of water evaporation on a heated magnesium
surface. Applied Thermal Engineering, 2011, 31, 640-648. 3.0 16

3657
The kinetics of molecular oxygen migration in the isolated Î± chains of human hemoglobin as revealed
by molecular dynamics simulations and laser kinetic spectroscopy. Biochimica Et Biophysica Acta -
Proteins and Proteomics, 2011, 1814, 1279-1288.

1.1 16

3658
Molecular dynamics simulations of the electrical double layer on smectite surfaces contacting
concentrated mixed electrolyte (NaClâ€“CaCl2) solutions. Journal of Colloid and Interface Science,
2011, 360, 701-715.

5.0 233

3659 Computational methods for intramolecular electron transfer in a ferrousâ€“ferric iron complex.
Journal of Colloid and Interface Science, 2011, 361, 293-306. 5.0 11

3660 Crossover between tetrahedral and hexagonal structures in liquid water. Physics Letters, Section A:
General, Atomic and Solid State Physics, 2011, 375, 572-576. 0.9 11

3661 Silica through the eyes of colloidal modelsâ€”when glass is a gel. Journal of Physics Condensed
Matter, 2011, 23, 285101. 0.7 7

3662 Application of Molecular Simulations to CO2-EOR: Phase-Equilibria and Interfacial Phenomena. , 2011, , . 0

3663 Control Of Screening Of A Charged Particle In Electrolytic Aqueous Paul Trap. , 2011, 1336, 150-153. 3

3664 The relative helix and hydrogen bond stability in the B domain of protein A as revealed by integrated
tempering sampling molecular dynamics simulation. Journal of Chemical Physics, 2011, 135, 135102. 1.2 22

3665 Hydrogen bonded structure and dynamics of liquid-vapor interface of water-ammonia mixture: An
<i>ab initio</i> molecular dynamics study. Journal of Chemical Physics, 2011, 135, 114510. 1.2 38

3666 Rapid calculation of partition functions and free energies of fluids. Journal of Chemical Physics, 2011,
135, 174105. 1.2 27

3667
Communication: Regularizing binding energy distributions and thermodynamics of hydration: Theory
and application to water modeled with classical and ab initio simulations. Journal of Chemical
Physics, 2011, 135, 181101.

1.2 19

3668 Chasing charge localization and chemical reactivity following photoionization in liquid water.
Journal of Chemical Physics, 2011, 135, 224510. 1.2 90

3669 Energy relaxation of intermolecular motions in supercooled water and ice: A molecular dynamics
study. Journal of Chemical Physics, 2011, 135, 244511. 1.2 14



198

Citation Report

# Article IF Citations

3670 Generalized thermodynamic and transport properties. II. Molecular liquids. Physical Review E, 2011, 83,
031202. 0.8 3

3671 Strain engineering water transport in graphene nanochannels. Physical Review E, 2011, 84, 056329. 0.8 101

3672
Approaching post-Hartreeâ€“Fock quality potential energy surfaces with simple pair-wise expressions:
parameterising point-charge-based force fields for liquid water using the adaptive force matching
method. Molecular Simulation, 2011, 37, 591-605.

0.9 41

3673 The waterâ€“amorphous silica interface: Analysis of the Stern layer and surface conduction. Journal of
Chemical Physics, 2011, 134, 024705. 1.2 60

3674 Transform and relax sampling for highly anisotropic systems: Application to protein domain motion
and folding. Journal of Chemical Physics, 2011, 135, 045101. 1.2 20

3675 Charge-transfer model for carbonaceous electrodes in polar environments. Physical Review B, 2011,
83, . 1.1 30

3676 Vibrational excitons in ionophores: experimental probes for quantum coherence-assisted ion
transport and selectivity in ion channels. New Journal of Physics, 2011, 13, 113030. 1.2 32

3677
Natural tri- to hexapeptides self-assemble in water to amyloid Î²-type fiber aggregates by unexpected
Î±-helical intermediate structures. Proceedings of the National Academy of Sciences of the United
States of America, 2011, 108, 1361-1366.

3.3 241

3678 Liquid water can slip on a hydrophilic surface. Proceedings of the National Academy of Sciences of
the United States of America, 2011, 108, 16170-16175. 3.3 223

3679 Dynamic information for cardiotoxin protein desorption from a methyl-terminated self-assembled
monolayer using steered molecular dynamics simulation. Journal of Chemical Physics, 2011, 134, 194705. 1.2 17

3680 Prediction and interpretation of the hydration entropies of monovalent cations and anions.
Molecular Physics, 2011, 109, 37-48. 0.8 26

3681 Oxygen as a Site Specific Probe of the Structure of Water and Oxide Materials. Physical Review
Letters, 2011, 107, 145501. 2.9 51

3682 Viscous damping of nanobeam resonators: Humidity, thermal noise, and a paddling effect. Journal of
Applied Physics, 2011, 110, . 1.1 21

3683 The mean reaction force: A method to study the influence of the environment on reaction
mechanisms. Journal of Chemical Physics, 2011, 135, 064505. 1.2 12

3684 Dynamics of Kr in dense clathrate hydrates. Physical Review B, 2011, 83, . 1.1 8

3685 Mesoscale modeling of the water liquid-vapor interface: A surface tension calculation. Physical
Review E, 2011, 83, 051601. 0.8 83

3686 Vibrational energy transfer and anisotropy decay in liquid water: Is the FÃ¶rster model valid?. Journal
of Chemical Physics, 2011, 135, 164505. 1.2 36

3687 An electroactuation system based on nanofluids. Applied Physics Letters, 2011, 98, 221909. 1.5 24



199

Citation Report

# Article IF Citations

3688 A classical molecular dynamics study of a Diels Alder cycloaddition in supercritical water. Molecular
Physics, 2011, 109, 773-781. 0.8 2

3689 Atomistic insights into aqueous corrosion of copper. Journal of Chemical Physics, 2011, 134, 234706. 1.2 40

3690 Molecular dynamics simulation of the dielectric constant of water: The effect of bond flexibility.
Journal of Chemical Physics, 2011, 134, 234501. 1.2 85

3691 Interactions of molecular ions with model phospholipid membranes. Collection of Czechoslovak
Chemical Communications, 2011, 76, 695-711. 1.0 6

3692 <i>Ab initio</i> calculation of the potential of mean force for dissociation of aqueous Caâ€“Cl. Journal
of Chemical Physics, 2011, 134, 204510. 1.2 31

3693 Robust three-body water simulation model. Journal of Chemical Physics, 2011, 134, 184501. 1.2 115

3694 Characterization of Hydrophobic Forces for in Liquid Self-Assembly of Micron-Sized Functional
Building Blocks. Materials Research Society Symposia Proceedings, 2011, 1299, 1. 0.1 4

3695 DEPTH: a web server to compute depth and predict small-molecule binding cavities in proteins. Nucleic
Acids Research, 2011, 39, W242-W248. 6.5 88

3696 A Molecular Dynamics Study on Heat Transfer Characteristics Over the Interface of Self-Assembled
Monolayer and Water Solvent. , 2011, , . 0

3697 From Interfacial Water to Macroscopic Observables: A Review. Adsorption Science and Technology,
2011, 29, 211-258. 1.5 60

3698 Solvent and conformation dependence of amide I vibrations in peptides and proteins containing
proline. Journal of Chemical Physics, 2011, 135, 234507. 1.2 58

3699 Molecular dynamics simulations of vapor/liquid coexistence using the nonpolarizable water models.
Journal of Chemical Physics, 2011, 134, 124708. 1.2 60

3700 Proton transfer and the mobilities of the H+ and OHâˆ’ ions from studies of a dissociating model for
water. Journal of Chemical Physics, 2011, 135, 124505. 1.2 170

3701 Slip boundaries in nanopores. Molecular Simulation, 2011, 37, 1023-1030. 0.9 6

3702 Extended surfaces modulate hydrophobic interactions of neighboring solutes. Proceedings of the
National Academy of Sciences of the United States of America, 2011, 108, 17678-17683. 3.3 140

3703 Molecular simulation study of the effect of cross-linker on the properties of poly(<i>N</i>-isopropyl) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 142 Td (acrylamide) hydrogel. Molecular Simulation, 2011, 37, 846-854.0.9 16

3704
Computation of methodology-independent single-ion solvation properties from molecular
simulations. IV. Optimized Lennard-Jones interaction parameter sets for the alkali and halide ions in
water. Journal of Chemical Physics, 2011, 134, 144104.

1.2 136

3705 Structural study of low concentration LiCl aqueous solutions in the liquid, supercooled, and
hyperquenched glassy states. Journal of Chemical Physics, 2011, 134, 024515. 1.2 44



200

Citation Report

# Article IF Citations

3706 Sources of the deficiencies in the popular SPC/E and TIP3P models of water. Journal of Chemical
Physics, 2011, 134, 054106. 1.2 35

3707 The multiscale coarse-graining method. VII. Free energy decomposition of coarse-grained effective
potentials. Journal of Chemical Physics, 2011, 134, 224107. 1.2 65

3708 The oxidation of tyrosine and tryptophan studied by a molecular dynamics normal hydrogen
electrode. Journal of Chemical Physics, 2011, 134, 244508. 1.2 115

3709 Roles of translational and reorientational modes in translational diffusion of high-pressure water:
Comparison with soft-core fluids. Journal of Chemical Physics, 2011, 134, 234506. 1.2 3

3710 Ligand-Induced Modulation of the Free-Energy Landscape of G Protein-Coupled Receptors Explored by
Adaptive Biasing Techniques. PLoS Computational Biology, 2011, 7, e1002193. 1.5 79

3711 The passage of an ion through a synthetic ion channel. Molecular Simulation, 2011, 37, 1077-1084. 0.9 6

3712
A first principles molecular dynamics study of lithium atom solvation in binary liquid mixture of
water and ammonia: Structural, electronic, and dynamical properties. Journal of Chemical Physics,
2011, 134, 024519.

1.2 17

3713 Dynamic coupling between the LID and NMP domain motions in the catalytic conversion of ATP and
AMP to ADP by adenylate kinase. Journal of Chemical Physics, 2011, 134, 035101. 1.2 37

3714 Entropy and enthalpy convergence of hydrophobic solvation beyond the hard-sphere limit. Journal of
Chemical Physics, 2011, 134, 055105. 1.2 32

3715 Effect of polarization on the solubility of gases in molten salts. Journal of Chemical Physics, 2011, 134,
054508. 1.2 4

3716 Hydration of hydrophobic biological porphyrins. Journal of Chemical Physics, 2011, 134, 055103. 1.2 12

3717 A simple, efficient polarizable coarse-grained water model for molecular dynamics simulations.
Journal of Chemical Physics, 2011, 134, 084110. 1.2 121

3718 Scattering Properties of Gas Molecules on a Water Adsorbed Surface. , 2011, , . 1

3719 The large quadrupole of water molecules. Journal of Chemical Physics, 2011, 134, 134501. 1.2 49

3720 Molecular dynamics study on evaporation and condensation of <i>n</i>-dodecane at liquidâ€“vapor
phase equilibria. Journal of Chemical Physics, 2011, 134, 164309. 1.2 67

3721 The effects of charge transfer on the properties of liquid water. Journal of Chemical Physics, 2011,
134, 184507. 1.2 100

3722 Ion-water clusters, bulk medium effects, and ion hydration. Journal of Chemical Physics, 2011, 135,
054505. 1.2 19

3723 Density dependence of hydrogen bonding and the translational-orientational structural order in
supercritical water: A molecular dynamics study. Journal of Chemical Physics, 2011, 135, 054504. 1.2 32



201

Citation Report

# Article IF Citations

3724 Proton transport in a binary biomimetic solution revealed by molecular dynamics simulation. Journal
of Chemical Physics, 2011, 135, 114502. 1.2 7

3725 Multiple time scale molecular dynamics for fluids with orientational degrees of freedom. I.
Microcanonical ensemble. Journal of Chemical Physics, 2011, 135, 114110. 1.2 9

3726 Response of water to electric fields at temperatures below the glass transition: A molecular dynamics
analysis. Journal of Chemical Physics, 2011, 135, 134507. 1.2 14

3727 A combination of the tree-code and IPS method to simulate large scale systems by molecular dynamics.
Journal of Chemical Physics, 2011, 135, 174108. 1.2 19

3728 A tiered approach to Monte Carlo sampling with self-consistent field potentials. Journal of Chemical
Physics, 2011, 135, 184107. 1.2 1

3729 A Multiscale Approach to Characterize the Early Aggregation Steps of the Amyloid-Forming Peptide
GNNQQNY from the Yeast Prion Sup-35. PLoS Computational Biology, 2011, 7, e1002051. 1.5 80

3730 Anchoring Intrinsically Disordered Proteins to Multiple Targets: Lessons from N-Terminus of the p53
Protein. International Journal of Molecular Sciences, 2011, 12, 1410-1430. 1.8 21

3731 Thermophysics of the Interfacial Region and Its Impact on Instability and Rupture of Thin Free Liquid
Films. Heat Transfer Engineering, 2011, 32, 917-927. 1.2 4

3732 Surface properties of the polarizable Baranyai-Kiss water model. Journal of Chemical Physics, 2012, 136,
114706. 1.2 12

3733
Concentration dependence of water self-diffusion coefficients in dilute glycerolâ€“water binary and
glycerolâ€“waterâ€“sodium chloride ternary solutions and the insights from hydrogen bonds.
Molecular Physics, 2012, 110, 283-291.

0.8 13

3734
Water and ion distributions in a silicon nanochannel: a molecular dynamics study. Proceedings of the
Institution of Mechanical Engineers, Part N: Journal of Nanoengineering and Nanosystems, 2012, 226,
31-34.

0.1 2

3735 Corresponding Functional Dynamics across the Hsp90 Chaperone Family: Insights from a Multiscale
Analysis of MD Simulations. PLoS Computational Biology, 2012, 8, e1002433. 1.5 97

3736 Binding of Two Intrinsically Disordered Peptides to a Multi-Specific Protein: A Combined Monte Carlo
and Molecular Dynamics Study. PLoS Computational Biology, 2012, 8, e1002682. 1.5 37

3737
A first-principles theoretical study of hydrogen-bond dynamics and vibrational spectral diffusion in
aqueous ionic solution: Water in the hydration shell of a fluoride ion. Pure and Applied Chemistry,
2012, 85, 27-40.

0.9 26

3738 The structure of ionic aqueous solutions at interfaces: An intrinsic structure analysis. Journal of
Chemical Physics, 2012, 137, 114706. 1.2 39

3739 A large-scale association study for nanoparticle C60 uncovers mechanisms of nanotoxicity disrupting
the native conformations of DNA/RNA. Nucleic Acids Research, 2012, 40, 7622-7632. 6.5 28

3740 Pharmacological Enhancement of Î±-Glucosidase by the Allosteric Chaperone N-acetylcysteine.
Molecular Therapy, 2012, 20, 2201-2211. 3.7 90

3741 Rotational dynamics in supercooled water from nuclear spin relaxation and molecular simulations.
Journal of Chemical Physics, 2012, 136, 204505. 1.2 78



202

Citation Report

# Article IF Citations

3742 Inhibitory Mechanism of Caspase-6 Phosphorylation Revealed by Crystal Structures, Molecular
Dynamics Simulations, and Biochemical Assays. Journal of Biological Chemistry, 2012, 287, 15371-15379. 1.6 28

3743 Aqueous solutions of divalent chlorides: Ions hydration shell and water structure. Journal of
Chemical Physics, 2012, 136, 064520. 1.2 85

3744 Natural polarizability and flexibility via explicit valency: The case of water. Journal of Chemical
Physics, 2012, 136, 084109. 1.2 26

3745 Wettability of pristine and alkyl-functionalized graphane. Journal of Chemical Physics, 2012, 137,
034707. 1.2 50

3746 Note: Molecular dynamics studies of high-density amorphous ice: Influence of long-range Coulomb
interactions. Journal of Chemical Physics, 2012, 136, 026101. 1.2 3

3747 Modeling simple amphiphilic solutes in a Jagla solvent. Journal of Chemical Physics, 2012, 136, 044511. 1.2 18

3748 Chemical potential perturbation: Extension of the method to lattice sum treatment of intermolecular
potentials. Journal of Chemical Physics, 2012, 136, 164503. 1.2 7

3749 Relaxation and jump dynamics of water at the mica interface. Journal of Chemical Physics, 2012, 136,
194701. 1.2 37

3750 Water-induced ethanol dewetting transition. Journal of Chemical Physics, 2012, 137, 024703. 1.2 17

3751 Molecular dynamics simulation of the effect of bond flexibility on the transport properties of water.
Journal of Chemical Physics, 2012, 137, 104512. 1.2 57

3752 Effect of pressure on the ionic conductivity of Li+ and Clâˆ’ ions in water. Journal of Chemical Physics,
2012, 137, 144506. 1.2 6

3753 Development and application of a particle-particle particle-mesh Ewald method for dispersion
interactions. Journal of Chemical Physics, 2012, 137, 174107. 1.2 112

3754 Testing recent charge-on-spring type polarizable water models. I. Melting temperature and ice
properties. Journal of Chemical Physics, 2012, 137, 194102. 1.2 19

3755 NVU dynamics. III. Simulating molecules at constant potential energy. Journal of Chemical Physics,
2012, 137, 244101. 1.2 6

3756 Predicting the acidity constant of a goethite hydroxyl group from first principles. Journal of Physics
Condensed Matter, 2012, 24, 124105. 0.7 28

3757 Coarse-grained molecular models of water: a review. Molecular Simulation, 2012, 38, 671-681. 0.9 128

3758 Topology-dominated dynamic wetting of the precursor chain in a hydrophilic interior corner.
Proceedings of the Royal Society A: Mathematical, Physical and Engineering Sciences, 2012, 468, 310-322. 1.0 39

3759 Grid inhomogeneous solvation theory: Hydration structure and thermodynamics of the miniature
receptor cucurbit[7]uril. Journal of Chemical Physics, 2012, 137, 044101. 1.2 258



203

Citation Report

# Article IF Citations

3760 Anisotropy in the dielectric spectrum of hydration water and its relation to water dynamics. Journal
of Chemical Physics, 2012, 137, 104704. 1.2 46

3761 Computer simulation as a tool for the interpretation of total scattering data from glasses and
liquids. Molecular Simulation, 2012, 38, 1171-1185. 0.9 90

3762 Structure and polarization properties of water: Molecular dynamics with a nonadditive
intermolecular potential. Physical Review E, 2012, 85, 051509. 0.8 12

3763 Surface-charge-induced alteration of nanovortex patterning in nanoscale confinements with
patterned wettability gradients. Physical Review E, 2012, 85, 016315. 0.8 7

3764 Bovine pancreatic trypsin inhibitor crystals with different morphologies: a molecular dynamics
simulation study. Molecular Simulation, 2012, 38, 112-118. 0.9 1

3765 Overcharging in Biological Systems: Reversal of Electrophoretic Mobility of Aqueous Polyaspartate
by Multivalent Cations. Physical Review Letters, 2012, 108, 186101. 2.9 61

3766 A multilayered-representation quantum mechanical/molecular mechanics study of the SN2 reaction of
CH3Br + OHâˆ’ in aqueous solution. Journal of Chemical Physics, 2012, 137, 184501. 1.2 19

3767 Dynamics and energetics of hydrophobically confined water. Physical Review E, 2012, 85, 051506. 0.8 15

3768 Understanding controls on interfacial wetting at epitaxial graphene: Experiment and theory. Physical
Review B, 2012, 85, . 1.1 95

3769 Structural glycobiology of the major allergen of Artemisia vulgaris pollen, Art v 1: O-glycosylation
influence on the protein dynamics and allergenicity. Glycobiology, 2012, 22, 817-825. 1.3 7

3770 A set of molecular models for alkali and halide ions in aqueous solution. Journal of Chemical Physics,
2012, 136, 084501. 1.2 62

3771 A transferable <i>ab initio</i> based force field for aqueous ions. Journal of Chemical Physics, 2012,
136, 114507. 1.2 58

3772 Molecular modeling of mechanical stresses on proteins in glassy matrices: Formalism. Journal of
Chemical Physics, 2012, 137, 035103. 1.2 16

3773 Adaptive resolution molecular dynamics simulation through coupling to an internal particle
reservoir. Physical Review Letters, 2012, 108, 170602. 2.9 126

3774 Water plays an important role in osmolyte-induced hairpin structure change: A molecular dynamics
simulation study. Journal of Chemical Physics, 2012, 137, 145101. 1.2 8

3775 From protein denaturant to protectant: Comparative molecular dynamics study of alcohol/protein
interactions. Journal of Chemical Physics, 2012, 136, 115101. 1.2 44

3776 Thermodynamic state-dependent structure-based coarse-graining of confined water. Journal of
Chemical Physics, 2012, 137, 214707. 1.2 24

3777 Molecular dynamics simulation of replacement of methane hydrate with carbon dioxide. Molecular
Simulation, 2012, 38, 481-490. 0.9 23



204

Citation Report

# Article IF Citations

3778 Binding in Human Antibody-DNA Interface: A Computer-Simulation Study. , 2012, , . 0

3779 Ion transport through a graphene nanopore. Nanotechnology, 2012, 23, 395501. 1.3 53

3780 Molecular modelling of the mass density of single proteins. Journal of Biomolecular Structure and
Dynamics, 2012, 30, 318-327. 2.0 2

3781 On the stability of ion water clusters at atmospheric conditions: Open system Monte Carlo
simulation. Journal of Chemical Physics, 2012, 137, 124107. 1.2 6

3782 THEORETICAL STUDIES ON THE MECHANISM OF CYCLIC NUCLEOTIDE MONOPHOSPHATE HYDROLYSIS
WITHIN PHOSPHODIESTERASES. Journal of Theoretical and Computational Chemistry, 2012, 11, 573-586. 1.8 26

3783 The multiscale coarse-graining method. IX. A general method for construction of three body
coarse-grained force fields. Journal of Chemical Physics, 2012, 136, 194114. 1.2 59

3784 Simulations of structural and dynamic anisotropy in nano-confined water between parallel graphite
plates. Journal of Chemical Physics, 2012, 137, 184703. 1.2 84

3785
SIZE DEPENDENCE OF SOLVATION STRUCTURE AND DYNAMICS OF IONS IN LIQUID
<font>N</font>-METHYLACETAMIDE: A MOLECULAR DYNAMICS SIMULATION STUDY. Journal of
Theoretical and Computational Chemistry, 2012, 11, 361-377.

1.8 18

3786 MOLECULAR DYNAMICS STUDY OF DIFFUSION OF DIFFERENT INERT GASES LIKE NEON AND ARGON IN WATER
AT DIFFERENT TEMPERATURES. International Journal of Modern Physics B, 2012, 26, 1250016. 1.0 5

3787 Ion desolvation as a mechanism for kinetic isotope fractionation in aqueous systems. Proceedings of
the National Academy of Sciences of the United States of America, 2012, 109, 18689-18694. 3.3 92

3788 Ionic force field optimization based on single-ion and ion-pair solvation properties: Going beyond
standard mixing rules. Journal of Chemical Physics, 2012, 136, 124103. 1.2 129

3789
Hydration repulsion between biomembranes results from an interplay of dehydration and
depolarization. Proceedings of the National Academy of Sciences of the United States of America, 2012,
109, 14405-14409.

3.3 138

3790 Testing the recent charge-on-spring type polarizable water models. II. Vapor-liquid equilibrium.
Journal of Chemical Physics, 2012, 137, 194103. 1.2 17

3791 Fitting properties from density functional theory based molecular dynamics simulations to
parameterize a rigid water force field. Journal of Chemical Physics, 2012, 136, 054103. 1.2 11

3792 Aggregation in dilute aqueous <i>tert</i>-butyl alcohol solutions: Insights from large-scale
simulations. Journal of Chemical Physics, 2012, 137, 034509. 1.2 69

3793 Liquid-to-glass transition of tetrahydrofuran and 2-methyltetrahydrofuran. Chinese Physics B, 2012,
21, 086402. 0.7 13

3794 Analysis of the solvation structure of rubidium bromide under nanoconfinement. Molecular
Simulation, 2012, 38, 1209-1220. 0.9 3

3795 Structural Evidence for Inter-Residue Hydrogen Bonding Observed for Cellobiose in Aqueous
Solution. PLoS ONE, 2012, 7, e45311. 1.1 35



205

Citation Report

# Article IF Citations

3796
Simple and exact approach to the electronic polarization effect on the solvation free energy:
Formulation for quantum-mechanical/ molecular-mechanical system and its applications to aqueous
solutions. Journal of Chemical Physics, 2012, 136, 214503.

1.2 17

3797 A Molecular Dynamics Approach to Ligand-Receptor Interaction in the Aspirin-Human Serum Albumin
Complex. Journal of Biophysics, 2012, 2012, 1-7. 0.8 11

3798
Mechanistic insight into the blocking of CO diffusion in [NiFe]-hydrogenase mutants through
multiscale simulation. Proceedings of the National Academy of Sciences of the United States of
America, 2012, 109, 6399-6404.

3.3 47

3799 Isotope effects in water as investigated by neutron diffraction and path integral molecular dynamics.
Journal of Physics Condensed Matter, 2012, 24, 284126. 0.7 47

3800 Prediction of the Temperature-Dependent Thermal Conductivity and Shear Viscosity for Rigid Water
Models. Journal of Nanotechnology in Engineering and Medicine, 2012, 3, . 0.8 11

3801 Molecular dynamics with quantum transitions study of the vibrational relaxation of the HOD bend
fundamental in liquid D2O. Journal of Chemical Physics, 2012, 136, 234507. 1.2 9

3802 Influence of surface characteristics on scattering behavior in Couette flow with heat transfer. ,
2012, , . 0

3803 A Model Study of the Conversion of Energy from a Chemical Reaction into Motion through a
Solvation Motor. Journal of the Physical Society of Japan, 2012, 81, SA019. 0.7 2

3804 Model Dependence of the Electrostatic Response to a Molecular-Sized Ion in Water. Journal of the
Physical Society of Japan, 2012, 81, SA012. 0.7 3

3805 Non-monotonic, distance-dependent relaxation of water in reverse micelles: Propagation of surface
induced frustration along hydrogen bond networks. Journal of Chemical Physics, 2012, 137, 014515. 1.2 27

3806 Explicit water molecular dynamics study of the mobility of halide ions in presence of ionene
oligocations. Journal of Chemical Physics, 2012, 137, 014511. 1.2 3

3807
Temperature Effect on the Reorientational Correlation Time of Water in Formamideâ€“ and
<i>N</i>,<i>N</i>-Dimethylformamideâ€“Water Mixtures. Bulletin of the Chemical Society of Japan, 2012,
85, 189-200.

2.0 9

3808 A Computationally Efficient Treatment of Polarizable Electrochemical Cells Held at a Constant
Potential. Journal of Physical Chemistry C, 2012, 116, 4903-4912. 1.5 57

3809 Insights into the structure and dynamics of liquid water: A comparative study of conventional
QM/MM and ONIOM-XS MD simulations. Journal of Molecular Liquids, 2012, 174, 26-33. 2.3 13

3810 Simple Model of Hydrophobic Hydration. Journal of Physical Chemistry B, 2012, 116, 6177-6186. 1.2 17

3811 Length Scale Dependence of DNA Mechanical Properties. Physical Review Letters, 2012, 109, 228101. 2.9 88

3812 What Is a Simple Liquid?. Physical Review X, 2012, 2, . 2.8 95

3813 Molecular Dynamics Simulations of the Surface Tension and Structure of Salt Solutions and
Clusters. Journal of Physical Chemistry B, 2012, 116, 3198-3204. 1.2 47



206

Citation Report

# Article IF Citations

3814 Molecular Dynamics Simulation of the Effects of NaCl on Electrostatic Properties of Newton Black
Films. Journal of Physical Chemistry C, 2012, 116, 21913-21922. 1.5 18

3815 A computational investigation of the phase behavior and capillary sublimation of water confined
between nanoscale hydrophobic plates. Journal of Chemical Physics, 2012, 137, 144501. 1.2 40

3816 Can Continuum Thermodynamics Characterize Wenzel Wetting States of Water at the Nanometer
Scale?. Journal of Chemical Theory and Computation, 2012, 8, 3724-3732. 2.3 24

3817 3D-RISM-D<scp>ock</scp>: A New Fragment-Based Drug Design Protocol. Journal of Chemical Theory
and Computation, 2012, 8, 3356-3372. 2.3 37

3818
Phase transition study of confined water molecules inside carbon nanotubes: Hierarchical multiscale
method from molecular dynamics simulation to ab initio calculation. Journal of Molecular Graphics
and Modelling, 2012, 38, 40-49.

1.3 11

3819 Vibrational Spectroscopy of Water at Interfaces. Accounts of Chemical Research, 2012, 45, 93-100. 7.6 123

3820 Biomolecular electrostatics and solvation: a computational perspective. Quarterly Reviews of
Biophysics, 2012, 45, 427-491. 2.4 152

3821 Uncertainty Quantification in MD Simulations. Part I: Forward Propagation. Multiscale Modeling and
Simulation, 2012, 10, 1428-1459. 0.6 55

3822 Uncertainty Quantification in MD Simulations. Part II: Bayesian Inference of Force-Field Parameters.
Multiscale Modeling and Simulation, 2012, 10, 1460-1492. 0.6 65

3823
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. Journal of Organic Chemistry, 2012, 77, 10668-10679.

1.7 52

3824 Aggregation of non-polar solutes in water at different pressures and temperatures: The role of
hydrophobic interaction. Journal of Chemical Physics, 2012, 137, 135104. 1.2 8

3825 Molecular Dynamics Investigations of PRODAN in a DLPC Bilayer. Journal of Physical Chemistry B, 2012,
116, 2713-2721. 1.2 26

3826 Quantitative Analysis of Aqueous Nanofilm Rupture by Molecular Dynamic Simulation. Journal of
Physical Chemistry B, 2012, 116, 1035-1042. 1.2 12

3827 Thirty-five years of biomolecular simulation: development of methodology, force fields and software.
Molecular Simulation, 2012, 38, 1271-1281. 0.9 20

3828 Molecular Structure and Dynamics in Thin Water Films at Metal Oxide Surfaces: Magnesium,
Aluminum, and Silicon Oxide Surfaces. Journal of Physical Chemistry C, 2012, 116, 15962-15973. 1.5 107

3829 Counterion Effects on the Denaturing Activity of Guanidinium Cation to Protein. Journal of Chemical
Theory and Computation, 2012, 8, 4364-4373. 2.3 12

3830 An Improved Isotropic Periodic Sum Method That Uses Linear Combinations of Basis Potentials.
Journal of Chemical Theory and Computation, 2012, 8, 4503-4516. 2.3 16

3831 Effects of Lysine Substitution on Stability of Polyalanine Î± Helix. Journal of Chemical Theory and
Computation, 2012, 8, 4691-4706. 2.3 8



207

Citation Report

# Article IF Citations

3832 GROMOS 53A6<sub>GLYC</sub>, an Improved GROMOS Force Field for Hexopyranose-Based
Carbohydrates. Journal of Chemical Theory and Computation, 2012, 8, 4681-4690. 2.3 132

3833 Ubiquitin Dynamics in Complexes Reveal Molecular Recognition Mechanisms Beyond Induced Fit and
Conformational Selection. PLoS Computational Biology, 2012, 8, e1002704. 1.5 58

3834 Harvesting energy from low-grade heat based on nanofluids. Nano Energy, 2012, 1, 805-811. 8.2 39

3835 Analytical model for three-dimensional Mercedes-Benz water molecules. Physical Review E, 2012, 85,
061503. 0.8 17

3836 Free energy landscapes of the Î±-<scp>d</scp>- and Î²-<scp>d</scp>-glucopyranose conformations in both
vacuum and aqueous solution. Molecular Simulation, 2012, 38, 1186-1197. 0.9 5

3837 Elucidating the Molecular Origin of Hydrolysis Energy of Pyrophosphate in Water. Journal of
Chemical Theory and Computation, 2012, 8, 2239-2246. 2.3 16

3838 Enthalpyâ€“Entropy of Cation Association with the Acetate Anion in Water. Journal of Chemical Theory
and Computation, 2012, 8, 3804-3809. 2.3 18

3839
Photochemical reactions in biological systems: probing the effect of the environment by means of
hybrid quantum chemistry/molecular mechanics simulations. Physical Chemistry Chemical Physics,
2012, 14, 7912.

1.3 50

3840 Molecular dynamics simulation of HIV-1 fusion domain-membrane complexes: Insight into the
N-terminal gp41 fusion mechanism. Biophysical Chemistry, 2012, 170, 9-16. 1.5 14

3841 A neural network potential-energy surface for the water dimer based on environment-dependent
atomic energies and charges. Journal of Chemical Physics, 2012, 136, 064103. 1.2 117

3842 A comparison of the value of viscosity for several water models using Poiseuille flow in a
nano-channel. Journal of Chemical Physics, 2012, 136, 134104. 1.2 87

3843 Functional Importance of Short-Range Binding and Long-Range Solvent Interactions in Helical
Antifreeze Peptides. Biophysical Journal, 2012, 103, L20-L22. 0.2 54

3844 Adsorption of Naphthalene and Ozone on Atmospheric Air/Ice Interfaces Coated with Surfactants: A
Molecular Simulation Study. Journal of Physical Chemistry A, 2012, 116, 2519-2528. 1.1 27

3845 Molecular Simulation of Gas Transport in Hydrated Nafion Membranes: Influence of Aqueous
Nanostructure. Journal of Physical Chemistry C, 2012, 116, 17424-17430. 1.5 24

3846 Hydrophobic Segregation, Phase Transitions and the Anomalous Thermodynamics of Water/Methanol
Mixtures. Journal of Physical Chemistry B, 2012, 116, 13905-13912. 1.2 46

3847 Free Energy Barriers to Evaporation of Water in Hydrophobic Confinement. Journal of Physical
Chemistry B, 2012, 116, 13282-13289. 1.2 62

3848 Electronic Properties of Water in Liquid Environment. A Sequential QM/MM Study Using the Free
Energy Gradient Method. Journal of Physical Chemistry B, 2012, 116, 11247-11254. 1.2 43

3849 Statics and Dynamics of Free and Hydrogen-Bonded OH Groups at the Air/Water Interface. Journal of
Physical Chemistry B, 2012, 116, 9467-9481. 1.2 53



208

Citation Report

# Article IF Citations

3850 Dynamics of Biological Water: Insights from Molecular Modeling of Light Scattering in Aqueous
Trehalose Solutions. Journal of Physical Chemistry B, 2012, 116, 7499-7508. 1.2 51

3851 Water Structure-Forming Capabilities Are Temperature Shifted for Different Models. Journal of
Physical Chemistry B, 2012, 116, 7538-7543. 1.2 12

3852 Modeling of Mixing Acetone and Water: How Can Their Full Miscibility Be Reproduced in Computer
Simulations?. Journal of Physical Chemistry B, 2012, 116, 5977-5984. 1.2 27

3853 Influence of Urea on <i>tert</i>-Butyl Alcohol Aggregation in Aqueous Solutions. Journal of Physical
Chemistry B, 2012, 116, 4991-5001. 1.2 7

3854
Reference Simulations of Noncanonical Nucleic Acids with Different Ï‡ Variants of the AMBER Force
Field: Quadruplex DNA, Quadruplex RNA, and Z-DNA. Journal of Chemical Theory and Computation,
2012, 8, 2506-2520.

2.3 231

3855 Electrokinetic transport in a waterâ€“chloride nanofilm in contact with a silica surface with
discontinuous charged patches. Microfluidics and Nanofluidics, 2012, 13, 735-747. 1.0 11

3856
Extensive structural change of the envelope protein of dengue virus induced by a tuned ionic
strength: conformational and energetic analyses. Journal of Computer-Aided Molecular Design, 2012,
26, 1311-1325.

1.3 9

3857 Thermodynamic properties of goldâ€“water nanofluids using molecular dynamics. Journal of
Nanoparticle Research, 2012, 14, 1. 0.8 8

3858
Solvation structure of nanoscopic hydrophobic solutes in supercritical water: Results for varying
thickness of hydrophobic walls, soluteâ€“solvent interaction and solvent density. Chemical Physics,
2012, 408, 28-35.

0.9 11

3859 Effect of pressure on the solution structure and hydrogen bond properties of aqueous
N-methylacetamide. Chemical Physics, 2012, 407, 115-123. 0.9 11

3860 Peptide Chain Dynamics in Light and Heavy Water: Zooming in on Internal Friction. Journal of the
American Chemical Society, 2012, 134, 6273-6279. 6.6 86

3861 Molecular Modelling of Chemical Sensors Based on Silica Surfaces. Procedia Engineering, 2012, 47,
945-948. 1.2 3

3862 3D-RISM-KH molecular theory of solvation and density functional theory investigation of the role of
water in the aggregation of model asphaltenes. Physical Chemistry Chemical Physics, 2012, 14, 3922. 1.3 41

3863 Probing the structural and functional link between mutation- and pH-dependent hydration dynamics
and amyloidosis of transthyretin. Soft Matter, 2012, 8, 324-336. 1.2 4

3864 Tracking energy transfer from excited to accepting modes: application to water bend vibrational
relaxation. Physical Chemistry Chemical Physics, 2012, 14, 6332. 1.3 29

3865 Molecular behavior of water in TiO2 nano-slits with varying coverages of carbon: a molecular
dynamics simulation study. Physical Chemistry Chemical Physics, 2012, 14, 16536. 1.3 34

3866 Ligand selection from the analysis of protein conformational substates: new leads targeting the
N-terminal domain of Hsp90. RSC Advances, 2012, 2, 4268. 1.7 7

3867 The stability of the acetic acid dimer in microhydrated environments and in aqueous solution.
Physical Chemistry Chemical Physics, 2012, 14, 4162. 1.3 18



209

Citation Report

# Article IF Citations

3868
Isothermal titration calorimetry and molecular dynamics study of ion-selectivity in mixtures of
hydrophobic polyelectrolytes with sodium halides in water. Physical Chemistry Chemical Physics,
2012, 14, 2024.

1.3 13

3869 Structural analysis of water and carbon tetrachloride adsorbed in activated carbon fibres. Physical
Chemistry Chemical Physics, 2012, 14, 7145. 1.3 32

3870
Understanding the solubility of triamino-trinitrobenzene in hydrous tetramethylammonium fluoride:
a first principles molecular dynamics simulation study. Physical Chemistry Chemical Physics, 2012, 14,
4884.

1.3 14

3871 Association of Small Hydrophobic Solute in Presence of the Osmolytes Urea and
Trimethylamine-<i>N</i>-oxide. Journal of Physical Chemistry B, 2012, 116, 2831-2841. 1.2 34

3872 Proton Transport in a Membrane Protein Channel: Two-Dimensional Infrared Spectrum Modeling.
Journal of Physical Chemistry B, 2012, 116, 6336-6345. 1.2 8

3873 Pressure amorphized ices â€“ an atomistic perspective. Physical Chemistry Chemical Physics, 2012, 14,
8255. 1.3 20

3874 A Theoretical Reappraisal of Polylysine in the Investigation of Secondary Structure Sensitivity of
Infrared Spectra. Journal of Physical Chemistry B, 2012, 116, 3353-3360. 1.2 19

3875 Regularizing Binding Energy Distributions and the Hydration Free Energy of Protein Cytochrome C
from All-Atom Simulations. Journal of Chemical Theory and Computation, 2012, 8, 3409-3415. 2.3 37

3876 Application of inhomogeneous fluid solvation theory to model the distribution and thermodynamics
of water molecules around biomolecules. Physical Chemistry Chemical Physics, 2012, 14, 15106. 1.3 30

3877 Determination of the distance-dependent viscosity of mixtures in parallel slabs using non-equilibrium
molecular dynamics. Physical Chemistry Chemical Physics, 2012, 14, 3640. 1.3 11

3878 Atomistic simulations of structure and dynamics of hydrated Aciplex polymer electrolyte membrane.
Soft Matter, 2012, 8, 10827. 1.2 29

3879 Electrostatically embedded many-body method for dipole moments, partial atomic charges, and charge
transfer. Physical Chemistry Chemical Physics, 2012, 14, 7669. 1.3 21

3880 Properties of water in the interfacial region of a polyelectrolyte bilayer adsorbed onto a substrate
studied by computer simulations. Physical Chemistry Chemical Physics, 2012, 14, 11425. 1.3 13

3881 Molecular theory of solvation for supramolecules and soft matter structures: application to ligand
binding, ion channels, and oligomeric polyelectrolyte gelators. Soft Matter, 2012, 8, 1508-1520. 1.2 44

3882 Ion-specific counterion condensation on charged peptides: Poissonâ€“Boltzmann vs. atomistic
simulations. Soft Matter, 2012, 8, 9338. 1.2 44

3883 Organic molecules on the surface of water droplets â€“ an energetic perspective. Physical Chemistry
Chemical Physics, 2012, 14, 9537. 1.3 52

3884 Cut-off radius effect of the isotropic periodic sum method for polar molecules in a bulk water
system. Molecular Simulation, 2012, 38, 397-403. 0.9 12

3885 Mixing Atomistic and Coarse Grain Solvation Models for MD Simulations: Let WT4 Handle the Bulk.
Journal of Chemical Theory and Computation, 2012, 8, 3880-3894. 2.3 43



210

Citation Report

# Article IF Citations

3886 Aqueous NaCl and CsCl Solutions Confined in Crystalline Slit-Shaped Silica Nanopores of Varying
Degree of Protonation. Langmuir, 2012, 28, 1256-1266. 1.6 82

3887 Water activity coefficients in aqueous amino acid solutions by molecular dynamics simulation: 1.
Force field development. Molecular Simulation, 2012, 38, 132-138. 0.9 3

3888 Embedded Single-Walled Carbon Nanotubes Locally Perturb DOPC Phospholipid Bilayers. Journal of
Physical Chemistry B, 2012, 116, 12769-12782. 1.2 18

3889 Specific and Nonspecific Effects of Glycosylation. Journal of the American Chemical Society, 2012, 134,
8184-8193. 6.6 30

3890 Kirkwoodâ€“Buff Analysis of Liquid Mixtures in an Open Boundary Simulation. Journal of Chemical
Theory and Computation, 2012, 8, 375-379. 2.3 39

3891 Diffusion and Adsorption of Uranyl Carbonate Species in Nanosized Mineral Fractures. Environmental
Science &amp; Technology, 2012, 46, 1632-1640. 4.6 55

3892 Multivalent Binding and Facilitated Diffusion Account for the Formation of the Grb2â€“Sos1 Signaling
Complex in a Cooperative Manner. Biochemistry, 2012, 51, 2122-2135. 1.2 9

3893
Solvatochromic shifts of polar and non-polar molecules in ambient and supercritical water: A
sequential quantum mechanics/molecular mechanics study including solute-solvent electron
exchange-correlation. Journal of Chemical Physics, 2012, 137, 214504.

1.2 16

3894 Water Structure and Hydrogen Bonding at Goethite/Water Interfaces: Implications for Proton
Affinities. Journal of Physical Chemistry C, 2012, 116, 4714-4724. 1.5 59

3895 Toward a Detailed Molecular Analysis of the Long-Range Swelling Gap of Charged Rigid Lamellae
Dispersed in Water. Journal of Physical Chemistry C, 2012, 116, 818-825. 1.5 4

3896 Spontaneous Rearrangement of the Î²20/Î²21 Strands in Simulations of Unliganded HIV-1 Glycoprotein,
gp120. Biochemistry, 2012, 51, 7783-7793. 1.2 14

3897 Calculation of Derivative Thermodynamic Hydration and Aqueous Partial Molar Properties of Ions
Based on Atomistic Simulations. Journal of Chemical Theory and Computation, 2012, 8, 3542-3564. 2.3 13

3898 Crystal lattice properties fully determine short-range interaction parameters for alkali and halide
ions. Journal of Chemical Physics, 2012, 137, 064104. 1.2 65

3899 Interaction of Water Vapor with the Surfaces of Imidazolium-Based Ionic Liquid Nanoparticles and
Thin Films. Journal of Physical Chemistry B, 2012, 116, 11255-11265. 1.2 18

3900 Nonintercalating Nanosubstrates Create Asymmetry between Bilayer Leaflets. Langmuir, 2012, 28,
2842-2848. 1.6 12

3901 Free Energy Barriers for Escape of Water Molecules from Protein Hydration Layer. Journal of Physical
Chemistry B, 2012, 116, 2958-2968. 1.2 40

3902 Definition and Computation of Intermolecular Contact in Liquids Using Additively Weighted Voronoi
Tessellation. Journal of Physical Chemistry A, 2012, 116, 4657-4666. 1.1 12

3903 Free Energetics of Carbon Nanotube Association in Pure and Aqueous Ionic Solutions. Journal of
Physical Chemistry B, 2012, 116, 8154-8168. 1.2 27



211

Citation Report

# Article IF Citations

3904 The Amino-Acid Substituents of Dipeptide Substrates of Cathepsin C Can Determine the Rate-Limiting
Steps of Catalysis. Biochemistry, 2012, 51, 7551-7568. 1.2 16

3905 Studying the Effect of Site-Specific Hydrophobicity and Polarization on Hydrogen Bond Energy of
Protein Using a Polarizable Method. Journal of Chemical Theory and Computation, 2012, 8, 2157-2164. 2.3 21

3906 Second-Contact Shell Mutation Diminishes Streptavidinâ€“Biotin Binding Affinity through Transmitted
Effects on Equilibrium Dynamics. Biochemistry, 2012, 51, 597-607. 1.2 7

3907 Reversible Control of the Orientation of Iodine Molecules inside the AlPO<sub>4</sub>-11 Crystals.
Journal of Physical Chemistry C, 2012, 116, 4423-4430. 1.5 21

3908 Nanoscale Pumping of Water by AC Electric Fields. Nano Letters, 2012, 12, 1780-1783. 4.5 123

3909 Crystal Polymorphism of Hexylammonium Chloride and Structural Properties of Its Mixtures with
Water. Journal of Physical Chemistry B, 2012, 116, 2104-2113. 1.2 33

3910 Spreading of Multi-component Oils on Water. Energy &amp; Fuels, 2012, 26, 2736-2741. 2.5 27

3911 Molecular Modeling of Diffusion Coefficient and Ionic Conductivity of CO<sub>2</sub> in Aqueous
Ionic Solutions. Journal of Physical Chemistry B, 2012, 116, 2787-2800. 1.2 23

3912 Metastable Sessile Nanodroplets on Nanopatterned Surfaces. Journal of Physical Chemistry C, 2012,
116, 8634-8641. 1.5 46

3913
Competition Reactions of H<sub>2</sub>O<sup>â€¢+</sup> Radical in Concentrated Cl<sup>â€“</sup>
Aqueous Solutions: Picosecond Pulse Radiolysis Study. Journal of Physical Chemistry A, 2012, 116,
11509-11518.

1.1 33

3914 Computer Simulation of the Nonlinear Optical Properties of Langmuirâ€“Blodgett Films of a Squaraine
Derivative. Journal of Physical Chemistry C, 2012, 116, 15449-15457. 1.5 5

3915 A Refined MS-EVB Model for Proton Transport in Aqueous Environments. Journal of Physical
Chemistry B, 2012, 116, 343-352. 1.2 79

3916 Stability of Positively Charged Solutes in Water: A Transition from Hydrophobic to Hydrophilic.
Journal of Physical Chemistry Letters, 2012, 3, 294-298. 2.1 8

3917 Adsorption, Folding, and Packing of an Amphiphilic Peptide at the Air/Water Interface. Journal of
Physical Chemistry B, 2012, 116, 2198-2207. 1.2 13

3918 Theory and Simulation of Multicomponent Osmotic Systems. Journal of Chemical Theory and
Computation, 2012, 8, 3493-3503. 2.3 20

3919 Electron Transfer Reaction Dynamics of p-Nitroaniline in Water from Liquid to Supercritical
Conditions. Journal of Physical Chemistry B, 2012, 116, 11508-11516. 1.2 12

3920
Anisotropic Features of Water and Ion Dynamics in Synthetic Na- and Ca-Smectites with Tetrahedral
Layer Charge. A Combined Quasi-elastic Neutron-Scattering and Molecular Dynamics Simulations
Study. Journal of Physical Chemistry C, 2012, 116, 16619-16633.

1.5 74

3921 Efficient Algorithms for Langevin and DPD Dynamics. Journal of Chemical Theory and Computation,
2012, 8, 3637-3649. 2.3 243



212

Citation Report

# Article IF Citations

3922
Properties of Heavy Water in the Temperature Range T = 223 K to 373 K from Molecular Dynamics
Simulation Using the Simple Point Charge/Heavy Water (SPC/HW) Model. Journal of Chemical &amp;
Engineering Data, 2012, 57, 1751-1758.

1.0 4

3923
Can We Accurately Describe the Structure of Adenine Tracts in B-DNA? Reference Quantum-Chemical
Computations Reveal Overstabilization of Stacking by Molecular Mechanics. Journal of Chemical
Theory and Computation, 2012, 8, 2448-2460.

2.3 67

3924 Accurate Description of Aqueous Carbonate Ions: An Effective Polarization Model Verified by Neutron
Scattering. Journal of Physical Chemistry B, 2012, 116, 8145-8153. 1.2 57

3925
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, 2878-2887.

2.3 56

3926 How to Convert SPME to P3M: Influence Functions and Error Estimates. Journal of Chemical Theory
and Computation, 2012, 8, 936-947. 2.3 21

3927 Water Model Tuning for Improved Reproduction of Rotational Diffusion and NMR Spectral Density.
Journal of Physical Chemistry B, 2012, 116, 6279-6287. 1.2 79

3928 Environment Polarity in Proteins Mapped Noninvasively by FTIR Spectroscopy. Journal of Physical
Chemistry Letters, 2012, 3, 939-944. 2.1 22

3929 Monitoring Intramolecular Proton Transfer with Two-Dimensional Infrared Spectroscopy: A
Computational Prediction. Journal of Physical Chemistry Letters, 2012, 3, 1842-1846. 2.1 11

3930 Evaporation rate of water in hydrophobic confinement. Proceedings of the National Academy of
Sciences of the United States of America, 2012, 109, 4365-4370. 3.3 150

3931 Insights into the Structure of Covalently Bound Fatty Acid Monolayers on a Simplified Model of the
Hair Epicuticle from Molecular Dynamics Simulations. Langmuir, 2012, 28, 13008-13017. 1.6 14

3932 Aqueous CO<sub>2</sub> Solutions at Silica Surfaces and within Nanopore Environments. Insights
from Isobaricâ€“Isothermal Molecular Dynamics. Journal of Physical Chemistry C, 2012, 116, 13904-13916. 1.5 26

3933 Role of Water in the Formation of the Electric Double Layer of Micelles. Journal of Physical
Chemistry B, 2012, 116, 5795-5800. 1.2 10

3934 Hydroxide Ion Can Move Faster Than an Excess Proton through One-Dimensional Water Chains in
Hydrophobic Narrow Pores. Journal of Physical Chemistry B, 2012, 116, 9744-9757. 1.2 37

3935 Improved Mechanical Properties of Zwitterionic Hydrogels with Hydroxyl Groups. Journal of Physical
Chemistry B, 2012, 116, 5766-5770. 1.2 36

3936
Molecular Dynamics and Experimental Study of Conformation Change of
Poly(<i>N</i>-isopropylacrylamide) Hydrogels in Mixtures of Water and Methanol. Journal of Physical
Chemistry B, 2012, 116, 5251-5259.

1.2 145

3937 Preferential Solvation of Triglycine in Aqueous Urea: An Open Boundary Simulation Approach. Journal
of Chemical Theory and Computation, 2012, 8, 3536-3541. 2.3 17

3938 Physical Origin Underlying the Entropy Loss upon Hydrophobic Hydration. Journal of the American
Chemical Society, 2012, 134, 17574-17581. 6.6 33

3939 Interaction of C70 fullerene with the Kv1.2 potassium channel. Physical Chemistry Chemical Physics,
2012, 14, 12526. 1.3 17



213

Citation Report

# Article IF Citations

3940 Tunable Wetting of Surfaces with Ionic Functionalities. Journal of Physical Chemistry C, 2012, 116,
15467-15473. 1.5 14

3941 Molecular dynamics simulations of the Ca2+-pump: a structural analysis. Physical Chemistry Chemical
Physics, 2012, 14, 3543. 1.3 14

3942 Bond-order potentials with split-charge equilibration: Application to C-, H-, and O-containing systems.
Journal of Chemical Physics, 2012, 136, 164701. 1.2 25

3943 Influence of Ion Size and Charge on Osmosis. Journal of Physical Chemistry B, 2012, 116, 4206-4211. 1.2 25

3944 Grand Canonical Monte Carlo Simulation of Low-Pressure Methane Adsorption in Nanoporous
Framework Materials for Sensing Applications. Journal of Physical Chemistry C, 2012, 116, 3492-3502. 1.5 30

3945 Modified Anderson Method for Accelerating 3D-RISM Calculations Using Graphics Processing Unit.
Journal of Chemical Theory and Computation, 2012, 8, 3015-3021. 2.3 43

3946 Insight into nucleic acid counterion interactions from inside molecular dynamics simulations is
â€œworth its saltâ€•. Soft Matter, 2012, 8, 9268. 1.2 41

3947 Amide-induced phase separation of hexafluoroisopropanolâ€“water mixtures depending on the
hydrophobicity of amides. Physical Chemistry Chemical Physics, 2012, 14, 8335. 1.3 16

3948 Sodium Dodecyl Sulfate at Waterâ€“Hydrophobic Interfaces: A Simulation Study. Journal of Physical
Chemistry B, 2012, 116, 11936-11942. 1.2 31

3949 Exploring polymorphisms in B-DNA helical conformations. Nucleic Acids Research, 2012, 40,
10668-10678. 6.5 89

3950 Molecular Simulation of Aqueous Electrolyte Solubility. 3. Alkali-Halide Salts and Their Mixtures in
Water and in Hydrochloric Acid. Journal of Physical Chemistry B, 2012, 116, 5468-5478. 1.2 65

3951 Dielectric and structural properties of aqueous nonpolar solute mixtures. Journal of Chemical
Physics, 2012, 137, 124501. 1.2 7

3952
Thermodynamic Investigations Using Molecular Dynamics Simulations with Potential of Mean Force
Calculations for Cardiotoxin Protein Adsorption on Mixed Self-Assembled Monolayers. Journal of
Physical Chemistry B, 2012, 116, 12661-12668.

1.2 14

3953 The effect of aqueous solutions of trimethylamine-<i>N</i>-oxide on pressure induced modifications
of hydrophobic interactions. Journal of Chemical Physics, 2012, 137, 094502. 1.2 14

3954 Molecular Modeling of the Dissociation of Methane Hydrate in Contact with a Silica Surface. Journal
of Physical Chemistry B, 2012, 116, 3188-3197. 1.2 92

3955 Revised AMBER Parameters for Bioorganic Phosphates. Journal of Chemical Theory and Computation,
2012, 8, 4405-4412. 2.3 225

3956 Optimization of the OPLS-AA Force Field for Long Hydrocarbons. Journal of Chemical Theory and
Computation, 2012, 8, 1459-1470. 2.3 474

3957 Effect of Nanoroughness on Highly Hydrophobic and Superhydrophobic Coatings. Langmuir, 2012, 28,
15005-15014. 1.6 50



214

Citation Report

# Article IF Citations

3958 Molecular dynamics simulation study of the vanillate transport channel of Opdk. Archives of
Biochemistry and Biophysics, 2012, 524, 132-139. 1.4 8

3959 Ligand Binding and Membrane Insertion Compete with Oligomerization of the BclXL Apoptotic
Repressor. Journal of Molecular Biology, 2012, 416, 57-77. 2.0 13

3960 Biophysical Basis of the Binding of WWOX Tumor Suppressor to WBP1 and WBP2 Adaptors. Journal of
Molecular Biology, 2012, 422, 58-74. 2.0 39

3961 From microhydration to bulk hydration of Sr2+ metal ion: DFT, MP2 and molecular dynamics study.
Journal of Molecular Liquids, 2012, 172, 110-118. 2.3 20

3962 pH-dependent channel gating in connexin26 hemichannels involves conformational changes in
N-terminus. Biochimica Et Biophysica Acta - Biomembranes, 2012, 1818, 1148-1157. 1.4 18

3963 Crystal structure and molecular dynamics studies of purine nucleoside phosphorylase from
Mycobacterium tuberculosis associated with acyclovir. Biochimie, 2012, 94, 155-165. 1.3 15

3964 Quantum mechanical/effective fragment potential molecular dynamics (QM/EFP-MD) study on
intra-molecular proton transfer of glycine in water. Chemical Physics Letters, 2012, 539-540, 218-221. 1.2 28

3965 Thermal conductivity, shear viscosity and specific heat of rigid water models. Chemical Physics
Letters, 2012, 542, 37-41. 1.2 118

3966 Do Keggin anions repulse each other in solution? The effect of solvent, counterions and ion
representation investigated by free energy (PMF) simulations. Comptes Rendus Chimie, 2012, 15, 107-117. 0.2 24

3967
The anisotropic characteristics of natural fibrous sepiolite as revealed by contact angle, surface free
energy, AFM and molecular dynamics simulation. Colloids and Surfaces A: Physicochemical and
Engineering Aspects, 2012, 408, 22-31.

2.3 36

3968 Predicting CO2â€“water interfacial tension under pressure and temperature conditions of geologic
CO2 storage. Geochimica Et Cosmochimica Acta, 2012, 81, 28-38. 1.6 135

3969 Structure and dynamics of forsteriteâ€“scCO2/H2O interfaces as a function of water content.
Geochimica Et Cosmochimica Acta, 2012, 84, 137-151. 1.6 67

3970
A computational study of Mg2+ dehydration in aqueous solution in the presence of HSâˆ’ and other
monovalent anions â€“ Insights to dolomite formation. Geochimica Et Cosmochimica Acta, 2012, 88,
77-87.

1.6 23

3971 Absolute acidity of clay edge sites from ab-initio simulations. Geochimica Et Cosmochimica Acta, 2012,
94, 1-11. 1.6 89

3972 Unraveling the Complex Nature of the Hydrated Electron. Journal of Physical Chemistry Letters, 2012,
3, 3071-3075. 2.1 115

3973 Direct calculation of 1-octanolâ€“water partition coefficients from adaptive biasing force molecular
dynamics simulations. Journal of Chemical Physics, 2012, 137, 014502. 1.2 44

3974 Molecular Dynamics Calculations of the Thermal Conductivity of Molecular Liquids, Polymers, and
Carbon Nanotubes. Soft Materials, 2012, 10, 42-80. 0.8 41

3975 Computational aspects of many-body potentials. MRS Bulletin, 2012, 37, 513-521. 1.7 278



215

Citation Report

# Article IF Citations

3976 Flexible connection of the Nâ€•terminal domain in ClpB modulates substrate binding and the aggregate
reactivation efficiency. Proteins: Structure, Function and Bioinformatics, 2012, 80, 2758-2768. 1.5 19

3977 Energy landscape of clathrate hydrates. European Physical Journal: Special Topics, 2012, 213, 103-127. 1.2 14

3979 The effect of pressure on the hydration structure around hydrophobic solute: A molecular dynamics
simulation study. Journal of Chemical Physics, 2012, 136, 114510. 1.2 42

3980
On the Structure of Aqueous Cesium Fluoride and Cesium Iodide Solutions: Diffraction Experiments,
Molecular Dynamics Simulations, and Reverse Monte Carlo Modeling. Journal of Physical Chemistry B,
2012, 116, 9758-9767.

1.2 19

3981 Ice Growth from Supercooled Aqueous Solutions of Benzene, Naphthalene, and Phenanthrene.
Journal of Physical Chemistry A, 2012, 116, 8539-8546. 1.1 14

3982 Effect of trimethylamine-N-oxide on pressure-induced dissolution of hydrophobic solute. Journal of
Chemical Physics, 2012, 137, 114503. 1.2 6

3983 Characterizing hydrophobicity at the nanoscale: A molecular dynamics simulation study. Journal of
Chemical Physics, 2012, 136, 224505. 1.2 14

3984 Self-Diffusion and Viscosity in Electrolyte Solutions. Journal of Physical Chemistry B, 2012, 116,
12007-12013. 1.2 156

3985
On the absolute thermodynamics of water from computer simulations: A comparison of
first-principles molecular dynamics, reactive and empirical force fields. Journal of Chemical Physics,
2012, 137, 244507.

1.2 59

3986 Interplay of the Glass Transition and the Liquid-Liquid Phase Transition in Water. Scientific Reports,
2012, 2, 390. 1.6 80

3987 Simple Liquid Models with Corrected Dielectric Constants. Journal of Physical Chemistry B, 2012, 116,
6936-6944. 1.2 64

3988 Atomistic Simulations of Micellization of Sodium Hexyl, Heptyl, Octyl, and Nonyl Sulfates. Journal of
Physical Chemistry B, 2012, 116, 2430-2437. 1.2 76

3989 A GROMOS Parameter Set for Vicinal Diether Functions: Properties of Polyethyleneoxide and
Polyethyleneglycol. Journal of Chemical Theory and Computation, 2012, 8, 3943-3963. 2.3 61

3990 Temperature dependence of fluid transport in nanopores. Journal of Chemical Physics, 2012, 136,
184701. 1.2 27

3991 The Hydrogen-Bonding Ability of the Amino Acid Glutamine Revealed by Neutron Diffraction
Experiments. Journal of Physical Chemistry B, 2012, 116, 13308-13319. 1.2 50

3992 The Effects of Chloride Binding on the Behavior of Cellulose-Derived Solutes in the Ionic Liquid
1-Butyl-3-methylimidazolium Chloride. Journal of Physical Chemistry B, 2012, 116, 9732-9743. 1.2 10

3993 Understanding the pH-Dependent Behavior of Graphene Oxide Aqueous Solutions: A Comparative
Experimental and Molecular Dynamics Simulation Study. Langmuir, 2012, 28, 235-241. 1.6 517

3994 Specific ion effects in aqueous eletrolyte solutions confined within graphene sheets at the
nanometric scale. Physical Chemistry Chemical Physics, 2012, 14, 10799. 1.3 43



216

Citation Report

# Article IF Citations

3995 Evaluation of the Impact of H<sub>2</sub>O, O<sub>2</sub>, and SO<sub>2</sub> on Postcombustion
CO<sub>2</sub> Capture in Metalâ€“Organic Frameworks. Langmuir, 2012, 28, 8064-8071. 1.6 85

3996 Transport coefficients of the TIP4P-2005 water model. Journal of Chemical Physics, 2012, 136, 044507. 1.2 48

3997 Multiscale Simulation on a Light-Harvesting Molecular Triad. Journal of Physical Chemistry B, 2012,
116, 8460-8473. 1.2 16

3998 Molecular Dynamics Simulations of Water Structure and Diffusion in Silica Nanopores. Journal of
Physical Chemistry C, 2012, 116, 11556-11564. 1.5 223

3999
Hydration structure in concentrated aqueous lithium chloride solutions: A reverse Monte Carlo
based combination of molecular dynamics simulations and diffraction data. Journal of Chemical
Physics, 2012, 137, 204503.

1.2 40

4000 Force Field Development for Actinyl Ions via Quantum Mechanical Calculations: An Approach to
Account for Many Body Solvation Effects. Journal of Physical Chemistry B, 2012, 116, 10885-10897. 1.2 38

4001 First-Principles Calculation of the Intrinsic Aqueous Solubility of Crystalline Druglike Molecules.
Journal of Chemical Theory and Computation, 2012, 8, 3322-3337. 2.3 84

4002 Antifreeze proteins: computer simulation studies on the mechanism of ice growth inhibition. Polymer
Journal, 2012, 44, 690-698. 1.3 68

4003 Molecular dynamics simulation study of the water-mediated interaction between zwitterionic and
charged surfaces. Journal of Chemical Physics, 2012, 136, 024501. 1.2 10

4004 Explicit vs Implicit Water Simulations of Charged Dendrimers. Macromolecules, 2012, 45, 2562-2569. 2.2 19

4005 Molecular Dynamics Simulation Studies of the Interactions between Ionic Liquids and Amino Acids in
Aqueous Solution. Journal of Physical Chemistry B, 2012, 116, 1831-1842. 1.2 64

4006 Some Anomalies in the Self-Diffusion of Water in Disordered Carbons. Journal of Physical Chemistry
C, 2012, 116, 3667-3676. 1.5 32

4007 Direct Observation of the Uptake of Outer Membrane Proteins by the Periplasmic Chaperone Skp. PLoS
ONE, 2012, 7, e46068. 1.1 19

4008 Limitations of Time-Resolved Fluorescence Suggested by Molecular Simulations: Assessing the
Dynamics of TÂ cell Receptor Binding Loops. Biophysical Journal, 2012, 103, 2532-2540. 0.2 16

4009
Free-energy analysis of the electron-density fluctuation in the
quantum-mechanical/molecular-mechanical simulation combined with the theory of energy
representation. Journal of Chemical Physics, 2012, 136, 044505.

1.2 8

4010 Ionic Liquid Aqueous Solutions under Nanoconfinement. Journal of Physical Chemistry C, 2012, 116,
5394-5400. 1.5 15

4011 Acidic pH promotes oligomerization and membrane insertion of the BclXL apoptotic repressor.
Archives of Biochemistry and Biophysics, 2012, 528, 32-44. 1.4 12

4012 In silico and inÂ vitro characterization of phospholipase A2 isoforms from soybean (Glycine max).
Biochimie, 2012, 94, 2608-2619. 1.3 15



217

Citation Report

# Article IF Citations

4013 Identification of Minimally Interacting Modules in an Intrinsically Disordered Protein. Biophysical
Journal, 2012, 103, 748-757. 0.2 26

4014 Hydrogen-Bonded Networks Along and Bifurcation of the E-Pathway in Quinol:Fumarate Reductase.
Biophysical Journal, 2012, 103, 1305-1314. 0.2 8

4015 Alteration of Water Structure by Peptide Clusters Revealed by Neutron Scattering in the Small-Angle
Region (below 1Â Ã…âˆ’1). Biophysical Journal, 2012, 103, 1518-1524. 0.2 5

4016 Simulations of HIV Capsid Protein Dimerization Reveal the Effect of Chemistry and Topography on the
Mechanism of Hydrophobic Protein Association. Biophysical Journal, 2012, 103, 1363-1369. 0.2 13

4017 Investigation of the interaction between amodiaquine and human serum albumin by fluorescence
spectroscopy and molecular modeling. European Journal of Medicinal Chemistry, 2012, 54, 255-263. 2.6 111

4018 Î²-Barrel Mobility Underlies Closure of the Voltage-Dependent Anion Channel. Structure, 2012, 20,
1540-1549. 1.6 104

4019 The Wolf method applied to the type I methane and carbon dioxide gas hydrates. Journal of Molecular
Graphics and Modelling, 2012, 38, 455-464. 1.3 5

4020 Temperature dependence of the lateral hydrogen bonded clusters of molecules at the free water
surface. Journal of Molecular Liquids, 2012, 176, 33-38. 2.3 9

4021 Structure of water from ambient to 4GPa revealed by energy-dispersive X-ray diffraction combined
with empirical potential structure refinement modeling. Journal of Molecular Liquids, 2012, 176, 44-51. 2.3 21

4022 9.11 Molecular Electrostatics and Solvent Effects. , 2012, , 190-228. 2

4023
Hydration and Aggregation in Mono- and Disaccharide Aqueous Solutions by Gigahertz-to-Terahertz
Light Scattering and Molecular Dynamics Simulations. Journal of Physical Chemistry B, 2012, 116,
14760-14767.

1.2 59

4024 Modeling the Behavior of Coarse-Grained Polymer Chains in Charged Water Droplets: Implications for
the Mechanism of Electrospray Ionization. Journal of Physical Chemistry B, 2012, 116, 104-112. 1.2 78

4025 A Set of Molecular Models for Alkaline-Earth Cations in Aqueous Solution. Journal of Physical
Chemistry B, 2012, 116, 5448-5457. 1.2 29

4026 Molecular Dynamics Study of the Interaction of Arginine with Phosphatidylcholine and
Phosphatidylethanolamine Bilayers. Journal of Physical Chemistry B, 2012, 116, 4476-4483. 1.2 12

4027 Hydration structures of U(III) and U(IV) ions from <i>ab initio</i> molecular dynamics simulations.
Journal of Chemical Physics, 2012, 137, 074502. 1.2 15

4028 On the limitation of the van der Waals-Platteeuw-based thermodynamic models for hydrates with
multiple occupancy of cavities. Molecular Physics, 2012, 110, 1213-1221. 0.8 24

4029 Molecular Dynamics Studies on the Adaptability of an Ionic Liquid in the Extraction of Solid
Nanoparticles. Langmuir, 2012, 28, 13924-13932. 1.6 16

4030 Charge Transfer between Water Molecules As the Possible Origin of the Observed Charging at the
Surface of Pure Water. Journal of Physical Chemistry Letters, 2012, 3, 107-111. 2.1 101



218

Citation Report

# Article IF Citations

4031 Structure and stability of an amorphous waterâ€“methane mixture produced by cold compression of
methane hydrate. Physical Review B, 2012, 86, . 1.1 18

4032 Role of Specific Cations and Water Entropy on the Stability of Branched DNA Motif Structures.
Journal of Physical Chemistry B, 2012, 116, 12159-12167. 1.2 17

4033
Analysis of Parameter Values in the van der Waals and Platteeuw Theory for Methane Hydrates Using
Monte Carlo Molecular Simulations. Industrial &amp; Engineering Chemistry Research, 2012, 51,
9419-9426.

1.8 18

4034 Unrestrained Conformational Characterization ofStenocereus erucaSaponins in Aqueous and
Nonaqueous Solvents. Journal of Natural Products, 2012, 75, 1196-1200. 1.5 11

4035 Confinement induced conformational changes in n-alkanes sequestered within a narrow carbon
nanotube. Physical Chemistry Chemical Physics, 2012, 14, 2702. 1.3 22

4036 A Chemically Accurate Implicit-Solvent Coarse-Grained Model for Polystyrenesulfonate Solutions.
Macromolecules, 2012, 45, 2551-2561. 2.2 38

4037 Water dynamics in silica nanopores: The self-intermediate scattering functions. Journal of Chemical
Physics, 2012, 136, 224704. 1.2 21

4038 Toward an Equation of State for Water inside Carbon Nanotubes. Journal of Physical Chemistry B,
2012, 116, 4943-4951. 1.2 21

4039 Mechanical Energy Absorption Characteristics of Hollow and Water-Filled Carbon Nanotubes upon
Low-Speed Crushing. Journal of Nanomechanics & Micromechanics, 2012, 2, 65-70. 1.4 5

4040 Integral Equation Theory of Biomolecules and Electrolytes. RSC Biomolecular Sciences, 2012, , 51-86. 0.4 15

4041 The Role of Many-Body Correlations in Determining Potentials for Coarse-Grained Models of
Equilibrium Structure. Journal of Physical Chemistry B, 2012, 116, 8621-8635. 1.2 44

4042 Reorientation dynamics of nanoconfined water: Power-law decay, hydrogen-bond jumps, and test of a
two-state model. Journal of Chemical Physics, 2012, 136, 044513. 1.2 71

4043 Breakdown in the Wetting Transparency of Graphene. Physical Review Letters, 2012, 109, 176101. 2.9 313

4044 Molecular dynamics simulation of diffusion of hydrogen in binary hydrogenâ€“tetrahydrofuran
hydrate. Molecular Simulation, 2012, 38, 333-340. 0.9 10

4045 Liquid-liquid transition in ST2 water. Journal of Chemical Physics, 2012, 137, 214505. 1.2 144

4046 Structures and Surface Tensions of Fluids near Solid Surfaces: An Integral Equation Theory Study.
Journal of Physical Chemistry B, 2012, 116, 6514-6521. 1.2 8

4047
Understanding the interactions between tris(pentafluoroethyl)-trifluorophosphate-based ionic
liquid and small molecules from molecular dynamics simulation. Science China Chemistry, 2012, 55,
1557-1565.

4.2 13

4048 Molecular characterization of Mtb-OMP decarboxylase by modeling, docking and dynamic studies.
Interdisciplinary Sciences, Computational Life Sciences, 2012, 4, 142-152. 2.2 4



219

Citation Report

# Article IF Citations

4049
Dimethyl sulfoxide induced structural transformations and non-monotonic concentration
dependence of conformational fluctuation around active site of lysozyme. Journal of Chemical
Physics, 2012, 136, 115103.

1.2 67

4050 Understanding nanofluid stability through molecular simulation. Chemical Physics Letters, 2012, 551,
115-120. 1.2 10

4051 Solubility of NaCl in water by molecular simulation revisited. Journal of Chemical Physics, 2012, 136,
244508. 1.2 133

4052 Wetting and Interfacial Properties of Water Nanodroplets in Contact with Graphene and Monolayer
Boronâ€“Nitride Sheets. ACS Nano, 2012, 6, 2401-2409. 7.3 235

4053 Capillary filling dynamics of water in nanopores. Applied Physics Letters, 2012, 101, . 1.5 42

4054 Predicting cavity formation free energy: how far is the Gaussian approximation valid?. Physical
Chemistry Chemical Physics, 2012, 14, 6996. 1.3 2

4055 Diffusion coefficient and shear viscosity of rigid water models. Journal of Physics Condensed Matter,
2012, 24, 284117. 0.7 86

4056 Density maximum and polarizable models of water. Journal of Chemical Physics, 2012, 137, 084506. 1.2 32

4057 Multiscale Molecular Methods in Applied Chemistry. Topics in Current Chemistry, 2012, , . 4.0 39

4058 A computationally efficacious free-energy functional for studies of inhomogeneous liquid water.
Journal of Chemical Physics, 2012, 137, 044107. 1.2 29

4059 Nonequilibrium molecular dynamics simulations of the thermal conductivity of water: A systematic
investigation of the SPC/E and TIP4P/2005 models. Journal of Chemical Physics, 2012, 137, 074503. 1.2 84

4060 Correlations in liquid water for the TIP3P-Ewald, TIP4P-2005, TIP5P-Ewald, and SWM4-NDP models.
Journal of Chemical Physics, 2012, 136, 064518. 1.2 49

4061 Capillary wave propagation during the delamination of graphene by the precursor films in
electro-elasto-capillarity. Scientific Reports, 2012, 2, 927. 1.6 19

4062 Critical Dipole Length for the Wetting Transition Due to Collective Water-dipoles Interactions.
Scientific Reports, 2012, 2, 358. 1.6 64

4063 Molecular dynamics study of fast dielectric relaxation of water around a molecular-sized ion.
Journal of Chemical Physics, 2012, 137, 224502. 1.2 19

4064 Molecular dynamics simulations of charged nanoparticle self-assembly at ionic liquid-water and ionic
liquid-oil interfaces. Journal of Chemical Physics, 2012, 136, 084706. 1.2 24

4065 Simulation Study of Structural, Transport, and Thermodynamic Properties of TIP4P/2005 Water in
Single-Walled Carbon Nanotubes. Journal of Physical Chemistry B, 2012, 116, 751-762. 1.2 12

4066
Molecular Modeling and Simulation of Vaporâ€“Liquid Equilibria of Ethylene Oxide, Ethylene Glycol,
and Water as Well as their Binary Mixtures. Industrial &amp; Engineering Chemistry Research, 2012, 51,
7428-7440.

1.8 33



220

Citation Report

# Article IF Citations

4067 Ultrasensitive Humidity Detection Using Metalâ€“Organic Framework-Coated Microsensors. Analytical
Chemistry, 2012, 84, 7043-7051. 3.2 111

4068 Cisplatin cytotoxicity: a theoretical study of induced mutations. Physical Chemistry Chemical Physics,
2012, 14, 12457. 1.3 37

4069
Effects of High Temperature on Desolvation Costs of Salt Bridges Across Protein Binding Interfaces:
Similarities and Differences between Implicit and Explicit Solvent Models. Journal of Physical
Chemistry B, 2012, 116, 2561-2567.

1.2 14

4070 Computer Simulation of Water Sorption on Flexible Protein Crystals. Journal of Physical Chemistry
Letters, 2012, 3, 2713-2718. 2.1 16

4071 QM/MM-Based Fitting of Atomic Polarizabilities for Use in Condensed-Phase Biomolecular Simulation.
Journal of Chemical Theory and Computation, 2012, 8, 3839-3853. 2.3 20

4072 Charge Hydration Asymmetry: The Basic Principle and How to Use It to Test and Improve Water Models.
Journal of Physical Chemistry B, 2012, 116, 9776-9783. 1.2 72

4073
How Strongly Does Trehalose Interact with Lysozyme in the Solid State? Insights from Molecular
Dynamics Simulation and Inelastic Neutron Scattering. Journal of Physical Chemistry B, 2012, 116,
11103-11116.

1.2 58

4074 Simulation of Forces between Humid Amorphous Silica Surfaces: A Comparison of Empirical Atomistic
Force Fields. Journal of Physical Chemistry C, 2012, 116, 26247-26261. 1.5 71

4077 Ions at Hydrophobic Aqueous Interfaces: Molecular Dynamics with Effective Polarization. Journal of
Physical Chemistry Letters, 2012, 3, 2087-2091. 2.1 89

4078 Computational prediction of ionic liquid 1-octanol/water partition coefficients. Physical Chemistry
Chemical Physics, 2012, 14, 4339. 1.3 28

4079 The spontaneous curvature of the water-hydrophobe interface. Journal of Chemical Physics, 2012, 137,
135102. 1.2 33

4080 1.21 Computation of Structure, Dynamics, and Thermodynamics of Proteins. , 2012, , 494-513. 1

4081 In Silico Strategies Toward Enzyme Function and Dynamics. Advances in Protein Chemistry and
Structural Biology, 2012, 87, 249-292. 1.0 3

4082 Determining the Bulk Viscosity of Rigid Water Models. Journal of Physical Chemistry A, 2012, 116,
2564-2570. 1.1 56

4083 Molecular Dynamics Simulation of the Unfolding of Individual Bacteriorhodopsin Helices in Sodium
Dodecyl Sulfate Micelles. Biochemistry, 2012, 51, 1061-1069. 1.2 21

4084 Simulations of Allosteric Motions in the Zinc Sensor CzrA. Journal of the American Chemical Society,
2012, 134, 3367-3376. 6.6 42

4086 Progress in Modeling of Ion Effects at the Vapor/Water Interface. Annual Review of Physical
Chemistry, 2012, 63, 401-418. 4.8 119

4087 NMR Studies on Structure and Dynamics of the Monomeric Derivative of BS-RNase: New Insights for 3D
Domain Swapping. PLoS ONE, 2012, 7, e29076. 1.1 13



221

Citation Report

# Article IF Citations

4088 Cupricyclins, Novel Redox-Active Metallopeptides Based on Conotoxins Scaffold. PLoS ONE, 2012, 7,
e30739. 1.1 6

4089 Dimer Formation Enhances Structural Differences between Amyloid Î²-Protein (1â€“40) and (1â€“42): An
Explicit-Solvent Molecular Dynamics Study. PLoS ONE, 2012, 7, e34345. 1.1 101

4090 A Molecular Switch Driving Inactivation in the Cardiac K+ Channel hERG. PLoS ONE, 2012, 7, e41023. 1.1 19

4091 Protein Stability and Dynamics Modulation: The Case of Human Frataxin. PLoS ONE, 2012, 7, e45743. 1.1 25

4092 The Molecular Structure and Conformational Dynamics of Chitosan Polymers: An Integrated
Perspective from Experiments and Computational Simulations. , 0, , . 5

4093 MM-GB(PB)SA Calculations of Protein-Ligand Binding Free Energies. , 2012, , . 19

4094 Studies of Cardio Toxin Protein Adsorption on Mixed Self-Assembled Monolayers Using Molecular
Dynamics Simulations. , 2012, , . 0

4096 Molecular dynamics study of aggregation of amyloidogenic peptides in explicit water. International
Journal of Quantum Chemistry, 2012, 112, 1844-1851. 1.0 0

4097
<i>Ab initio</i> derived forceâ€•field parameters for molecular dynamics simulations of deprotonated
amorphousâ€•SiO<sub>2</sub>/water interfaces. Physica Status Solidi (B): Basic Research, 2012, 249,
292-305.

0.7 71

4098
Recognition between a short unstructured peptide and a partially folded fragment leads to the
thioredoxin fold sharing nativeâ€•like dynamics. Proteins: Structure, Function and Bioinformatics, 2012,
80, 1448-1464.

1.5 10

4099 In silico free energy predictions for ionic liquid-assisted exfoliation of a graphene bilayer into
individual graphene nanosheets. Physical Chemistry Chemical Physics, 2012, 14, 7929. 1.3 41

4100 Structural Examination of the Impact of Glycerol on Water Structure. Journal of Physical Chemistry
B, 2012, 116, 1633-1641. 1.2 79

4101 Kirkwoodâ€“Buff Coarse-Grained Force Fields for Aqueous Solutions. Journal of Chemical Theory and
Computation, 2012, 8, 1802-1807. 2.3 62

4102 Coarse-Grained Potential Model for Structural Prediction of Confined Water. Journal of Chemical
Theory and Computation, 2012, 8, 1828-1840. 2.3 35

4103 Non-hexagonal ice at hexagonal surfaces: the role of lattice mismatch. Physical Chemistry Chemical
Physics, 2012, 14, 7944. 1.3 53

4104 Unimpeded Permeation of Water Through Helium-Leakâ€“Tight Graphene-Based Membranes. Science, 2012,
335, 442-444. 6.0 2,552

4105 Unassisted Transport of <i>N</i>-Acetyl-<scp>l</scp>-tryptophanamide through Membrane: Experiment
and Simulation of Kinetics. Journal of Physical Chemistry B, 2012, 116, 2739-2750. 1.2 59

4106 Dispersion-Corrected Density Functional Theory and Classical Force Field Calculations of Water
Loading on a Pyrophyllite(001) Surface. Journal of Physical Chemistry C, 2012, 116, 17134-17141. 1.5 40



222

Citation Report

# Article IF Citations

4107 Magnesium Ionâ€“Water Coordination and Exchange in Biomolecular Simulations. Journal of Chemical
Theory and Computation, 2012, 8, 1493-1502. 2.3 325

4108 Melting and superheating of sI methane hydrate: Molecular dynamics study. Journal of Chemical
Physics, 2012, 136, 044523. 1.2 64

4109 Molecular simulation and macroscopic modeling of the diffusion of hydrogen, carbon monoxide and
water in heavy n-alkane mixtures. Physical Chemistry Chemical Physics, 2012, 14, 4133. 1.3 17

4110 Simulations of A-RNA Duplexes. The Effect of Sequence, Solute Force Field, Water Model, and Salt
Concentration. Journal of Physical Chemistry B, 2012, 116, 9899-9916. 1.2 64

4111 Polarizable Mean-Field Model of Water for Biological Simulations with AMBER and CHARMM Force
Fields. Journal of Chemical Theory and Computation, 2012, 8, 3207-3216. 2.3 91

4112 Molecular dynamics extended for fluctuating networks: Application to water. Journal of
Computational Chemistry, 2012, 33, 1364-1373. 1.5 0

4113 Efficient treatment of solvation shells in 3D molecular theory of solvation. Journal of
Computational Chemistry, 2012, 33, 1478-1494. 1.5 49

4114 <i>Placevent</i>: An algorithm for prediction of explicit solvent atom distributionâ€”Application to
HIVâ€•1 protease and Fâ€•ATP synthase. Journal of Computational Chemistry, 2012, 33, 1536-1543. 1.5 128

4115
Evaluating nonpolarizable nucleic acid force fields: A systematic comparison of the nucleobases
hydration free energies and chloroformâ€•toâ€•water partition coefficients. Journal of Computational
Chemistry, 2012, 33, 2225-2232.

1.5 25

4116 Counterion condensation in short cationic peptides: Limiting mobilities beyond the
<scp>O</scp>nsagerâ€“<scp>F</scp>uoss theory. Electrophoresis, 2012, 33, 981-989. 1.3 13

4117 Excluded volume versus hydrogen bonding: complementary or incompatible concepts?. Molecular
Physics, 2012, 110, 2987-2992. 0.8 1

4118 A Monte Carlo Simulation Study of Methane Clathrate Hydrates Confined in Slit-Shaped Pores. Journal
of Physical Chemistry B, 2012, 116, 2183-2197. 1.2 42

4119 On the structure and dynamics of the hydrated sulfite ion in aqueous solution â€“ an ab initio QMCF
MD simulation and large angle X-ray scattering study. Dalton Transactions, 2012, 41, 5209. 1.6 31

4120 Density dependence of the entropy and the solvation shell structure in supercritical water via
molecular dynamics simulation. Journal of Chemical Physics, 2012, 136, 214501. 1.2 13

4121 Phonon density of states in different clathrate hydrates measured by inelastic neutron scattering.
Journal of Physics: Conference Series, 2012, 340, 012051. 0.3 16

4122 A Polarizable QM/MM Explicit Solvent Model for Computational Electrochemistry in Water. Journal
of Chemical Theory and Computation, 2012, 8, 610-617. 2.3 71

4123 Membrane Protein Simulations Using AMBER Force Field and Berger Lipid Parameters. Journal of
Chemical Theory and Computation, 2012, 8, 948-958. 2.3 136

4124 Comparison of selected polarizable and nonpolarizable water models in molecular dynamics
simulations of ice Ih. Physical Chemistry Chemical Physics, 2012, 14, 11371. 1.3 25



223

Citation Report

# Article IF Citations

4125 The Reversible Opening of Water Channels in Cytochrome <i>c</i> Modulates the Heme Iron Reduction
Potential. Journal of the American Chemical Society, 2012, 134, 13670-13678. 6.6 71

4127 A Molecular Dynamics Study on the Partitioning Mechanism in Hydrophilic Interaction
Chromatography. Angewandte Chemie - International Edition, 2012, 51, 6251-6254. 7.2 102

4128 Insights into Trisâ€•(2â€•Hydroxylethyl)methylammonium Methylsulfate Aqueous Solutions.
ChemPhysChem, 2012, 13, 3340-3349. 1.0 5

4129 Influence of the Second Coordination Shell on the XANES Spectra of the Zn<sup>2+</sup> Ion in
Water and Methanol. ChemPlusChem, 2012, 77, 234-239. 1.3 40

4130 Modeling oxidation of Pt-based alloy surfaces for fuel cell cathode electrocatalysts. Catalysis, 0, ,
323-357. 0.6 0

4131 Structures, Energetics, and Spectroscopic Fingerprints of Water Clusters n = 2â€“24. , 2012, , 761-792. 14

4132 Binding of Tat peptides on DOPC and DOPG lipid bilayer membrane studied by molecular dynamics
simulations. Molecular Simulation, 2012, 38, 366-368. 0.9 4

4133 Different effects of zwitterion and ethylene glycol on proteins. Journal of Chemical Physics, 2012, 136,
225101. 1.2 39

4134 The ABCs of molecular dynamics simulations on B-DNA, circa 2012. Journal of Biosciences, 2012, 37,
379-397. 0.5 55

4135 Hydrogen bond dynamics and vibrational spectral diffusion in aqueous solution of acetone: A first
principles molecular dynamics study#. Journal of Chemical Sciences, 2012, 124, 215-221. 0.7 20

4136 Hydration dynamics of protein molecules in aqueous solution: Unity among diversity#. Journal of
Chemical Sciences, 2012, 124, 317-325. 0.7 24

4137 Potentials of mean force for the exo and endo solvolysis of 2-norbornyl chloride in water and DMSO:
A constrained molecular dynamics study#. Journal of Chemical Sciences, 2012, 124, 327-332. 0.7 1

4138 The polarizing forces of water. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 6

4139 Molecular simulation of water removal from simple gases with zeolite NaA. Journal of Molecular
Modeling, 2012, 18, 2349-2356. 0.8 12

4140 Exploration of the binding of curcumin analogues to human P450 2C9 based on docking and
molecular dynamics simulation. Journal of Molecular Modeling, 2012, 18, 2599-2611. 0.8 7

4141 Structural modelling and dynamics of proteins for insights into drug interactions. Advanced Drug
Delivery Reviews, 2012, 64, 323-343. 6.6 32

4142 A theoretical evaluation of the effect of water on the electronic properties of low density
amorphous carbon nanoparticles. Carbon, 2012, 50, 2788-2795. 5.4 8

4143 Conformations, dynamics and interactions of di-, tri- and pentamannoside with mannose binding
lectin: a molecular dynamics study. Carbohydrate Research, 2012, 349, 59-72. 1.1 4



224

Citation Report

# Article IF Citations

4144 Synthesis and characterization of a paramagnetic sialic acid conjugate as probe for magnetic
resonance applications. Carbohydrate Research, 2012, 354, 21-31. 1.1 6

4145 Force field refinement from NMR scalar couplings. Chemical Physics, 2012, 396, 116-123. 0.9 5

4146 A first principles simulation study of fluctuations of hydrogen bonds and vibrational frequencies of
water at liquidâ€“vapor interface. Chemical Physics, 2012, 392, 96-104. 0.9 39

4147 Computational approaches to the interpretation of NMR data for studying protein dynamics. Chemical
Physics, 2012, 396, 124-134. 0.9 9

4148 Water effect on CO2 absorption for hydroxylammonium based ionic liquids: A molecular dynamics
study. Chemical Physics, 2012, 400, 118-125. 0.9 30

4149
Probing multimodal ligand binding regions on ubiquitin using nuclear magnetic resonance,
chromatography, and molecular dynamics simulations. Journal of Chromatography A, 2012, 1229,
113-120.

1.8 27

4150 Prediction of the mutual solubility of water and dipropylene glycol dimethyl ether using molecular
dynamics simulation. Fluid Phase Equilibria, 2012, 314, 1-6. 1.4 8

4151 Experimental studies and molecular modelling of catalytic steam gasification of brown coal
containing iron species. Fuel, 2012, 93, 404-414. 3.4 21

4152 The number-adaptive multiscale QM/MM molecular dynamics simulation: Application to liquid water.
Chemical Physics Letters, 2012, 524, 56-61. 1.2 53

4153 Molecular driving forces of the pocketâ€“ligand hydrophobic association. Chemical Physics Letters,
2012, 533, 95-99. 1.2 16

4154 On the relation between hydrogen bonds, tetrahedral order and molecular mobility in model water.
Chemical Physics Letters, 2012, 538, 35-38. 1.2 14

4155 Properties of compatible solutes in aqueous solution. Biophysical Chemistry, 2012, 160, 62-68. 1.5 80

4156
Temperature-triggered Protein Adsorption and Desorption on Temperature-responsive
PNIPAAm-grafted-silica: Molecular Dynamics Simulation and Experimental Validation. Chinese Journal
of Chemical Engineering, 2012, 20, 284-293.

1.7 12

4157 Bivalent binding drives the formation of the Grb2â€“Gab1 signaling complex in a noncooperative
manner. FEBS Journal, 2012, 279, 2156-2173. 2.2 12

4158 Structure of water confined inside carbon nanotubes and water models. Materials Chemistry and
Physics, 2012, 132, 682-687. 2.0 31

4159
Effect of physically adsorbed water molecules on the H2-selective performance of a silica membrane
prepared with dimethoxydiphenylsilane and its regeneration. Journal of Membrane Science, 2012,
392-393, 95-100.

4.1 13

4160 An ab initio molecular dynamics study of diffusion, orientational relaxation and hydrogen bond
dynamics in acetoneâ€“water mixtures. Journal of Molecular Liquids, 2012, 165, 1-6. 2.3 15

4161 Influence of clusters on the crystal surface of NaCl at initial growth stage investigated by molecular
dynamics simulations. Journal of Molecular Liquids, 2012, 166, 31-39. 2.3 9



225

Citation Report

# Article IF Citations

4162 Molecular dynamics study of diffusion of heavy water in normal water at different temperatures.
Journal of Molecular Liquids, 2012, 167, 34-39. 2.3 21

4163 An intramembrane ion trap. Journal of Molecular Liquids, 2012, 167, 57-68. 2.3 5

4164 Molecular mean field theory for liquid water. Physica A: Statistical Mechanics and Its Applications,
2012, 391, 439-455. 1.2 2

4165 Impact of hydrogen bonding on inclusion layer of urea to cellulose: Study of molecular dynamics
simulation. Polymer, 2012, 53, 1124-1130. 1.8 40

4166 Multiscale simulation of water flow past a C540 fullerene. Journal of Computational Physics, 2012,
231, 2677-2681. 1.9 37

4167 Molecular simulation of non-equilibrium methane hydrate decomposition process. Journal of
Chemical Thermodynamics, 2012, 44, 13-19. 1.0 79

4168 Helium diffusion in aqueous sodium chloride solution at high pressures. Russian Journal of Physical
Chemistry A, 2012, 86, 974-978. 0.1 1

4169 A comparative analysis of models for hydration free energy calculations using the RISM theory of
integral equations. Russian Journal of Physical Chemistry A, 2012, 86, 992-998. 0.1 0

4170 A universal bridge functional for infinitely diluted solutions: A case study for Lennard-Jones spheres
of different diameters. Russian Journal of Physical Chemistry A, 2012, 86, 1254-1260. 0.1 1

4171 Computer simulations of micellar systems. Colloid Journal, 2012, 74, 154-171. 0.5 35

4172 Structural and technical details of the Kirkwood-Buff integrals from the optimization of ionic force
fields: focus on fluorides. European Physical Journal E, 2012, 35, 1-12. 0.7 7

4173 Pairwise verlet lists: Combining cell lists and verlet lists to improve memory locality and parallelism.
Journal of Computational Chemistry, 2012, 33, 76-81. 1.5 17

4174 Multiscale simulation of small peptides: Consistent conformational sampling in atomistic and
coarseâ€•grained models. Journal of Computational Chemistry, 2012, 33, 937-949. 1.5 28

4175 Sucrose in aqueous solution revisited, Part 2: Adaptively biased molecular dynamics simulations and
computational analysis of NMR relaxation. Biopolymers, 2012, 97, 289-302. 1.2 14

4176 Sucrose in aqueous solution revisited, Part 1: Molecular dynamics simulations and direct and indirect
dipolar coupling analysis. Biopolymers, 2012, 97, 276-288. 1.2 28

4177 Use of quantum mechanics/molecular mechanics-based FEP method for calculating relative binding
affinities of FBPase inhibitors for type-2 diabetes. Theoretical Chemistry Accounts, 2012, 131, 1. 0.5 13

4178 Lewis-inspired representation of dissociable water in clusters and Grotthuss chains. Journal of
Biological Physics, 2012, 38, 49-59. 0.7 36

4179 Structural determinants of benzodiazepinedione/peptide-based p53-HDM2 inhibitors using 3D-QSAR,
docking and molecular dynamics. Journal of Molecular Modeling, 2012, 18, 295-306. 0.8 19



226

Citation Report

# Article IF Citations

4180 Solvation dynamics of tryptophan in water-dimethyl sulfoxide binary mixture: In search of molecular
origin of composition dependent multiple anomalies. Journal of Chemical Physics, 2013, 139, 034308. 1.2 47

4181 Interactions of S-peptide analogue in aqueous urea and trimethylamine-N-oxide solutions: A molecular
dynamics simulation study. Journal of Chemical Physics, 2013, 139, 034504. 1.2 10

4182 Hydrogen bond network topology in liquid water and methanol: a graph theory approach. Physical
Chemistry Chemical Physics, 2013, 15, 15163. 1.3 60

4183 Mesoscale simulation of water. Journal of the Iranian Chemical Society, 2013, 10, 1123-1128. 1.2 2

4184 Computational prediction of temperature dependence of 13C NMR lineshapes of planar molecules in
structure I clathrate hydrates. Journal of the Iranian Chemical Society, 2013, 10, 659-667. 1.2 2

4185 Ice growth from supercooled aqueous solutions of reactive oxygen species. Theoretical Chemistry
Accounts, 2013, 132, 1. 0.5 7

4186 Extended Nature of the Molecular Dipole of Hydrogen-Bonded Water. Journal of Physical Chemistry A,
2013, 117, 2044-2051. 1.1 31

4187 Transient Polymorphism in NaCl. Journal of Chemical Theory and Computation, 2013, 9, 2526-2530. 2.3 44

4188 Free energy calculations for molecular solids using <scp>GROMACS</scp>. Journal of Chemical
Physics, 2013, 139, 034104. 1.2 46

4189 Phase Behavior and Molecular Dynamics Simulation Studies of New Aqueous Two-Phase Separation
Systems Induced by HEPES Buffer. Journal of Physical Chemistry B, 2013, 117, 563-582. 1.2 28

4190 On the Properties of CO<sub>2</sub> and Flue Gas at the Piperazinium-Based Ionic Liquids Interface: A
Molecular Dynamics Study. Journal of Physical Chemistry C, 2013, 117, 15061-15074. 1.5 22

4191 Molecular Dynamics Study of Î²-Cyclodextrinâ€“Phenylalanine (1:1) Inclusion Complex in Aqueous
Medium. Journal of Physical Chemistry B, 2013, 117, 9280-9287. 1.2 30

4192 Kinetic sonication effects in aqueous acetonitrile solutions. Reaction rate levelling by ultrasound.
Ultrasonics Sonochemistry, 2013, 20, 1414-1418. 3.8 6

4193 Linking electronic and molecular structure: insight into aqueous chloride solvation. Physical
Chemistry Chemical Physics, 2013, 15, 13169. 1.3 43

4194 Enhanced oil droplet detachment from solid surfaces in charged nanoparticle suspensions. Soft
Matter, 2013, 9, 7974. 1.2 66

4195 Ion cooperativity and the effect of salts on polypeptide structure â€“ a molecular dynamics study of
BBA5 in salt solutions. Faraday Discussions, 2013, 160, 191-206. 1.6 11

4196 Investigating Allostery in Molecular Recognition: Insights from a Computational Study of Multiple
Antibodyâ€“Antigen Complexes. Journal of Physical Chemistry B, 2013, 117, 535-552. 1.2 19

4197 Strongly Anisotropic Dielectric Relaxation of Water at the Nanoscale. Journal of Physical Chemistry
Letters, 2013, 4, 2477-2481. 2.1 104



227

Citation Report

# Article IF Citations

4198 Trimethylamine-<i>N</i>-oxideâ€™s Effect on Polypeptide Solvation at High Pressure: A Molecular
Dynamics Simulation Study. Journal of Physical Chemistry B, 2013, 117, 9056-9066. 1.2 29

4199 Exploring the Structural Insights on Human Laforin Mutation K87A in Lafora Diseaseâ€”A Molecular
Dynamics Study. Applied Biochemistry and Biotechnology, 2013, 171, 874-882. 1.4 5

4200 Interfacial Entropy of Water on Rigid Hydrophobic Surfaces. Langmuir, 2013, 29, 9807-9813. 1.6 35

4201 Inhomogeneous Transport in Model Hydrated Polymer Electrolyte Supported Ultrathin Films. ACS
Nano, 2013, 7, 6767-6773. 7.3 50

4202 A molecular dynamics study of liquid aliphatic alcohols: simulation of density and self-diffusion
coefficient using a modified OPLS force field. Molecular Simulation, 2013, 39, 754-767. 0.9 44

4203 Molecular Dynamics Simulations of CO<sub>2</sub> and Brine Interfacial Tension at High
Temperatures and Pressures. Journal of Physical Chemistry B, 2013, 117, 5647-5652. 1.2 74

4204 Effect of surface hydrophobicity on the dynamics of water at the nanoscale confinement: A
molecular dynamics simulation study. Chemical Physics, 2013, 421, 68-76. 0.9 15

4205 Dynamic Defrosting on Nanostructured Superhydrophobic Surfaces. Langmuir, 2013, 29, 9516-9524. 1.6 158

4206 Electrochemistry of TEMPO: an assessment of the water diffusion constant in the aqueous
liquid/vapor interfacial region. Journal of Solid State Electrochemistry, 2013, 17, 3083-3091. 1.2 2

4207 Pinning and depinning mechanism of the contact line during evaporation of nano-droplets sessile on
textured surfaces. Soft Matter, 2013, 9, 5703. 1.2 116

4208
Raman Spectra of Liquid Water from <i>Ab Initio</i> Molecular Dynamics: Vibrational Signatures of
Charge Fluctuations in the Hydrogen Bond Network. Journal of Chemical Theory and Computation,
2013, 9, 4124-4130.

2.3 74

4209 Structure and Dynamics of Urea/Water Mixtures Investigated by Vibrational Spectroscopy and
Molecular Dynamics Simulation. Journal of Physical Chemistry B, 2013, 117, 13291-13300. 1.2 83

4210 Recent Progress in Density Functional Methodology for Biomolecular Modeling. Structure and
Bonding, 2013, , 1-64. 1.0 9

4211 Computer modeling of the dynamic properties of the cAMP-dependent protein kinase catalytic subunit.
Computational Biology and Chemistry, 2013, 47, 66-70. 1.1 2

4212 Structure and Dynamics of Uranyl(VI) and Plutonyl(VI) Cations in Ionic Liquid/Water Mixtures via
Molecular Dynamics Simulations. Journal of Physical Chemistry B, 2013, 117, 10852-10868. 1.2 35

4213 Molecular simulation of nanoclusters of gas hydrates in a water shell. The mechanical state of the
system. Colloid Journal, 2013, 75, 366-372. 0.5 1

4214 Early adsorption of collagen on the reduced rutile (110) surface mediated by water: A molecular
dynamics study. Surface Science, 2013, 616, 51-59. 0.8 9

4215 Dynamics of Water Confined in Reversed Micelles: Multidimensional Vibrational Spectroscopy Study.
Journal of Physical Chemistry B, 2013, 117, 15545-15558. 1.2 82



228

Citation Report

# Article IF Citations

4216 Toward Improved Description of DNA Backbone: Revisiting Epsilon and Zeta Torsion Force Field
Parameters. Journal of Chemical Theory and Computation, 2013, 9, 2339-2354. 2.3 255

4217 Biophysical basis of the promiscuous binding of Bâ€•cell lymphoma protein 2 apoptotic repressor to BH3
ligands. Journal of Molecular Recognition, 2013, 26, 501-513. 1.1 8

4218 Exploiting the Burkholderia pseudomallei Acute Phase Antigen BPSL2765 for Structure-Based Epitope
Discovery/Design in Structural Vaccinology. Chemistry and Biology, 2013, 20, 1147-1156. 6.2 50

4219 Characteristics of thermal conductivity in classical water models. Journal of Chemical Physics, 2013,
138, 064505. 1.2 123

4220 Hydrogen bond lifetime for water in classic and quantum molecular dynamics. Russian Journal of
Physical Chemistry A, 2013, 87, 1170-1174. 0.1 32

4221
Computer simulation of dissociative equilibrium in aqueous NaCl electrolyte with account for
polarization and ion recharging. Model of interactions. Russian Journal of Electrochemistry, 2013, 49,
228-237.

0.3 22

4222
Computer simulation of dissociative equilibrium in aqueous NaCl electrolyte with account for
polarization and ion recharging. Ionization mechanism. Russian Journal of Electrochemistry, 2013, 49,
238-251.

0.3 12

4223 H-Bonding Competition and Clustering in Aqueous LiI. Journal of Physical Chemistry B, 2013, 117,
9939-9946. 1.2 20

4224 Initial Electrospreading of Aqueous Electrolyte Drops. Physical Review Letters, 2013, 110, 026103. 2.9 26

4225 Nuclear magnetic resonance relaxometry of water in two and quasi-two dimensions. Physical Review
E, 2013, 87, 062309. 0.8 20

4226 Site-site direct correlation functions for three popular molecular models of liquid water. Journal of
Chemical Physics, 2013, 139, 064509. 1.2 9

4227 Correlation of Structural Order, Anomalous Density, and Hydrogen Bonding Network of Liquid
Water. Journal of Physical Chemistry B, 2013, 117, 8831-8843. 1.2 46

4228 Hydration of Cisplatin Studied by an Effective Ab Initio Pair Potential Including Soluteâ€“Solvent
Polarization. Journal of Chemical Theory and Computation, 2013, 9, 4562-4573. 2.3 27

4229 The quest for self-consistency in hydrogen bond definitions. Journal of Chemical Physics, 2013, 139,
084501. 1.2 63

4230
Molecular Dynamics Simulations of Highly Crowded Amino Acid Solutions: Comparisons of Eight
Different Force Field Combinations with Experiment and with Each Other. Journal of Chemical Theory
and Computation, 2013, 9, 4585-4602.

2.3 36

4231 High pressure effect in nanoporous carbon materials: Effects of pore geometry. Colloids and
Surfaces A: Physicochemical and Engineering Aspects, 2013, 437, 33-41. 2.3 46

4232 Dynamics and unfolding pathway of chimeric azurin variants: insights from molecular dynamics
simulation. Journal of Biological Inorganic Chemistry, 2013, 18, 739-749. 1.1 3

4233 Self-assembly of cationic surfactants on the carbon nanotube surface: insights from molecular
dynamics simulations. Journal of Molecular Modeling, 2013, 19, 4319-4335. 0.8 15



229

Citation Report

# Article IF Citations

4234 Time-resolved force distribution analysis. BMC Biophysics, 2013, 6, 5. 4.4 60

4235 Development and application of effective pairwise potentials for UO2n+, NpO2n+, PuO2n+, and
AmO2n+ (n = 1, 2) ions with water. Physical Chemistry Chemical Physics, 2013, 15, 15954. 1.3 42

4236 Dissecting Hydrophobic Hydration and Association. Journal of Physical Chemistry B, 2013, 117,
15479-15491. 1.2 51

4237 Double Resolution Model for Studying TMAO/Water Effective Interactions. Journal of Physical
Chemistry B, 2013, 117, 13268-13277. 1.2 93

4238 Derivation of Fixed Partial Charges for Amino Acids Accommodating a Specific Water Model and
Implicit Polarization. Journal of Physical Chemistry B, 2013, 117, 2328-2338. 1.2 95

4239 Comparison of Structure and Dynamics of Polar and Nonpolar Fluids through Carbon Nanotubes.
Journal of Physical Chemistry C, 2013, 117, 18398-18405. 1.5 23

4240 Polarizable Water Models from Mixed Computational and Empirical Optimization. Journal of Physical
Chemistry B, 2013, 117, 9486-9500. 1.2 24

4241 Prediction of physical properties of water under extremely supercritical conditions: A molecular
dynamics study. Journal of Chemical Physics, 2013, 138, 134506. 1.2 13

4242 A polarizable reactive force field for water to enable molecular dynamics simulations of proton
transport. Journal of Chemical Physics, 2013, 138, 174502. 1.2 8

4243 Water permeation through single-layer graphyne membrane. Journal of Chemical Physics, 2013, 139,
064705. 1.2 58

4244 Comparison of select polarizable and non-polarizable water models in predicting solvation dynamics
of water confined between MgO slabs. Journal of Physics Condensed Matter, 2013, 25, 305003. 0.7 12

4245
Hydrogen Permeation Properties and Hydrothermal Stability of Solâ€“Gelâ€•Derived Amorphous Silica
Membranes Fabricated at High Temperatures. Journal of the American Ceramic Society, 2013, 96,
2950-2957.

1.9 35

4246 Structural properties of water around uncharged and charged carbon nanotubes. Korean Journal of
Chemical Engineering, 2013, 30, 693-699. 1.2 4

4247
Effects of High Temperature on Desolvation Costs of Salt Bridges across Protein Binding Interfaces:
Similarities and Differences between Implicit and Explicit Solvent Models. Biophysical Journal, 2013,
104, 506a.

0.2 0

4248 Radical re-appraisal of water structure in hydrophilic confinement. Chemical Physics Letters, 2013,
590, 1-15. 1.2 40

4249 Structural landscape of the proline-rich domain of Sos1 nucleotide exchange factor. Biophysical
Chemistry, 2013, 175-176, 54-62. 1.5 7

4250 Molecular dynamics simulations of an electrified water/Pt(111) interface using point charge
dissociative water. Electrochimica Acta, 2013, 101, 308-325. 2.6 21

4251 Amorphous water in three-dimensional confinement of zeolite-templated carbon. Chemical Physics
Letters, 2013, 571, 54-60. 1.2 15



230

Citation Report

# Article IF Citations

4252 Loopâ€“Loop Interactions Regulate KaiA-Stimulated KaiC Phosphorylation in the Cyanobacterial KaiABC
Circadian Clock. Biochemistry, 2013, 52, 1208-1220. 1.2 28

4253 TraPPE-zeo: Transferable Potentials for Phase Equilibria Force Field for All-Silica Zeolites. Journal of
Physical Chemistry C, 2013, 117, 24375-24387. 1.5 124

4254 Molecular Simulation Study of the Competitive Adsorption of H<sub>2</sub>O and CO<sub>2</sub>
in Zeolite 13X. Langmuir, 2013, 29, 15936-15942. 1.6 109

4255
Dielectric properties of water under extreme conditions and transport of carbonates in the deep
Earth. Proceedings of the National Academy of Sciences of the United States of America, 2013, 110,
6646-6650.

3.3 166

4256 The role of loop closure propensity in the refolding of Rop protein probed by molecular dynamics
simulations. Journal of Molecular Graphics and Modelling, 2013, 40, 10-21. 1.3 4

4257 Implementing molecular dynamics on hybrid high performance computersâ€”Three-body potentials.
Computer Physics Communications, 2013, 184, 2785-2793. 3.0 112

4258 Synergistic behavior of glycine betaine-urea mixture: A molecular dynamics study. Journal of Chemical
Physics, 2013, 139, 115104. 1.2 28

4259 On the influence of hydrated imidazolium-based ionic liquid on protein structure stability: A
molecular dynamics simulation study. Journal of Chemical Physics, 2013, 139, 115102. 1.2 58

4260 Hydration Interaction between Phospholipid Membranes: Insight into Different Measurement
Ensembles from Atomistic Molecular Dynamics Simulations. Langmuir, 2013, 29, 9126-9137. 1.6 36

4261 Pumping of water through carbon nanotubes by rotating electric field and rotating magnetic field.
Applied Physics Letters, 2013, 103, . 1.5 41

4262 Refining classical force fields for ionic liquids: theory and application to [MMIM][Cl]. Physical
Chemistry Chemical Physics, 2013, 15, 2037-2049. 1.3 23

4263 Simulation of the Amide I Infrared Spectrum in Photoinduced Peptide Folding/Unfolding Transitions.
Journal of Physical Chemistry B, 2013, 117, 12383-12390. 1.2 17

4264 Stability of Newton Black Films Under Mechanical Stretch â€“ A Molecular Dynamics Study. Langmuir,
2013, 29, 11300-11309. 1.6 8

4265 Study of the Microcharacter of Ultrastable Aqueous Foam Stabilized by a Kind of Flexible Connecting
Bipolar-Headed Surfactant with Existence of Magnesium Ion. Langmuir, 2013, 29, 5418-5427. 1.6 55

4266 Relation Between the Diffusivity, Viscosity, and Ionic Radius of LiCl in Water, Methanol, and Ethylene
Glycol: A Molecular Dynamics Simulation. Journal of Physical Chemistry B, 2013, 117, 8196-8208. 1.2 34

4267 Molecular Dynamics of Equilibrium and Pressure-Driven Transport Properties of Water through
LTA-Type Zeolites. Langmuir, 2013, 29, 12389-12399. 1.6 62

4268 Molecular simulation of aqueous electrolytes: Water chemical potential results and Gibbs-Duhem
equation consistency tests. Journal of Chemical Physics, 2013, 139, 124505. 1.2 49

4269 How Ternary Mobile Phases Allow Tuning of Analyte Retention in Hydrophilic Interaction Liquid
Chromatography. Analytical Chemistry, 2013, 85, 8850-8856. 3.2 27



231

Citation Report

# Article IF Citations

4270 Interfacial Properties of Oxidized Polystyrene and Its Interaction with Water. Langmuir, 2013, 29,
13230-13238. 1.6 17

4271 Influence of Surface Chemistry and Charge on Mineralâ€“RNA Interactions. Langmuir, 2013, 29, 1573-1583. 1.6 32

4272 Molecular Simulation of Electrolyte-Induced Interfacial Interaction between SDS/Graphene
Assemblies. Journal of Physical Chemistry C, 2013, 117, 23216-23223. 1.5 27

4273 A quantum molecular dynamics study of aqueous solvation dynamics. Journal of Chemical Physics,
2013, 139, 164506. 1.2 7

4274 Correspondence between Cluster-Ion and Bulk Solution Thermodynamic Properties: On the Validity of
the Cluster-Pair-Based Approximation. Journal of Physical Chemistry A, 2013, 117, 11328-11338. 1.1 39

4275 The Free OD at the Air/D<sub>2</sub>O Interface Is Structurally and Dynamically Heterogeneous.
Journal of Physical Chemistry B, 2013, 117, 11753-11764. 1.2 13

4276 Wetting Behavior of Water near Nonpolar Surfaces. Journal of Physical Chemistry C, 2013, 117,
23017-23026. 1.5 48

4277 Evidence that crystal nucleation in aqueous NaCl solution Occurs by the two-step mechanism.
Chemical Physics Letters, 2013, 587, 25-29. 1.2 53

4278 Enhancement of the Thermal Polarization of Water via Heat Flux and Dipole Moment Dynamic
Correlations. Journal of Physical Chemistry B, 2013, 117, 14817-14826. 1.2 14

4279 Coilâ€“Globuleâ€“Coil Transition of PNIPAm in Aqueous Methanol: Coupling All-Atom Simulations to
Semi-Grand Canonical Coarse-Grained Reservoir. Macromolecules, 2013, 46, 9158-9163. 2.2 140

4280 Surface Corrugation Effects on the Waterâ€“Graphene Interfacial and Confinement Behavior. Journal
of Physical Chemistry C, 2013, 117, 23875-23886. 1.5 20

4281 Free Energy of Mixing of Acetone and Methanol: A Computer Simulation Investigation. Journal of
Physical Chemistry B, 2013, 117, 16157-16164. 1.2 24

4282 Transferable Mixing of Atomistic and Coarse-Grained Water Models. Journal of Physical Chemistry B,
2013, 117, 14438-14448. 1.2 43

4283 Simulations of Acid Dissociation Constants of Polyprotic Acids in Near-Critical and Supercritical
Water. Journal of Physical Chemistry B, 2013, 117, 15093-15100. 1.2 3

4284 The identification of novel, high affinity AQP9 inhibitors in an intracellular binding site. Molecular
Membrane Biology, 2013, 30, 246-260. 2.0 33

4285 Structural characterization of NETNES glycopeptide from Trypanosoma cruzi. Carbohydrate Research,
2013, 373, 28-34. 1.1 3

4286 Size-Dependent Surface Free Energy and Tolman-Corrected Droplet Nucleation of TIP4P/2005 Water.
Journal of Physical Chemistry Letters, 2013, 4, 4267-4272. 2.1 67

4287 Effect of attractive interactions on the water-like anomalies of a core-softened model potential.
Journal of Chemical Physics, 2013, 139, 244505. 1.2 15



232

Citation Report

# Article IF Citations

4288 Application of the interface potential approach to calculate the wetting properties of a water model
system. Molecular Simulation, 2013, 39, 1143-1152. 0.9 19

4289 Molecular-Level Modeling of Interfacial Phenomena in Boiling Processes. Experimental Heat Transfer,
2013, 26, 296-327. 2.3 5

4290 Stepwise design of non-covalent wrapping of large diameter carbon nanotubes by peptides. Journal of
Molecular Graphics and Modelling, 2013, 46, 83-92. 1.3 8

4291 Lennard-Jones Lattice Summation in Bilayer Simulations Has Critical Effects on Surface Tension and
Lipid Properties. Journal of Chemical Theory and Computation, 2013, 9, 3527-3537. 2.3 138

4292 Ab Initio Molecular Dynamics Approach to a Quantitative Description of Ion Pairing in Water. Journal
of Physical Chemistry Letters, 2013, 4, 4177-4181. 2.1 41

4293 QuanPol: A full spectrum and seamless QM/MM program. Journal of Computational Chemistry, 2013, 34,
2816-2833. 1.5 37

4294 Theoretical Study of Salt Effects on the Dielsâ€“Alder Reaction of Cyclopentadiene with Methyl Vinyl
Ketone Using RISM-SCF Theory. Journal of Physical Chemistry B, 2013, 117, 14115-14121. 1.2 11

4295 Electric Double Layer at the Rutile (110) Surface. 4. Effect of Temperature and pH on the Adsorption
and Dynamics of Ions. Journal of Physical Chemistry C, 2013, 117, 22852-22866. 1.5 34

4296
Dynamics of Dilute Solutions of Poly(aspartic acid) and Its Sodium Salt Elucidated from Atomistic
Molecular Dynamics Simulations with Explicit Water. Journal of Physical Chemistry B, 2013, 117,
13906-13913.

1.2 12

4297 Structural Determinants and Mechanism of Mammalian CRM1 Allostery. Structure, 2013, 21, 1350-1360. 1.6 17

4298 Charge and Electric Field Fluctuations in Aqueous NaCl Electrolytes. Journal of Physical Chemistry B,
2013, 117, 10869-10882. 1.2 62

4299 The Structural Basis of Cholesterol Accessibility in Membranes. Biophysical Journal, 2013, 105,
1838-1847. 0.2 46

4300 Case study of Rb+(aq), quasi-chemical theory of ion hydration, and the no split occupancies rule.
Annual Reports on the Progress of Chemistry Section C, 2013, 109, 266. 4.4 31

4301 Simulation Insights for Graphene-Based Water Desalination Membranes. Langmuir, 2013, 29, 11884-11897. 1.6 310

4302 Structure and dynamics of ordered water in a thick nanofilm on ionic surfaces. Chinese Physics B,
2013, 22, 016801. 0.7 9

4303 The Structure of Yeast Glutaminyl-tRNA Synthetase and Modeling of Its Interaction with tRNA. Journal
of Molecular Biology, 2013, 425, 2480-2493. 2.0 13

4304 Effects of End-Group Termination on Salting-Out Constants for Triglycine. Journal of Physical
Chemistry Letters, 2013, 4, 4069-4073. 2.1 20

4305 The structure of water in solutions containing di- and trivalent cations by empirical potential
structure refinement. Journal of Physics Condensed Matter, 2013, 25, 454213. 0.7 6



233

Citation Report

# Article IF Citations

4306 Structure, Kinetics, and Thermodynamics of the Aqueous Uranyl(VI) Cation. Journal of Physical
Chemistry A, 2013, 117, 6421-6432. 1.1 52

4307 Rotational motion of a single water molecule in a buckyball. Physical Chemistry Chemical Physics,
2013, 15, 17993. 1.3 56

4308
Molecular-scale hydrophobic interactions between hard-sphere reference solutes are attractive and
endothermic. Proceedings of the National Academy of Sciences of the United States of America, 2013,
110, 20557-20562.

3.3 38

4309 On the Influence of Molecular Structure on the Conductivity of Electrolyte Solutions â€“ Sodium
Chloride in Dioxaneâ€“Water Mixtures. Zeitschrift Fur Physikalische Chemie, 2013, 227, 285-302. 1.4 1

4310 A flexible algorithm for calculating pair interactions on SIMD architectures. Computer Physics
Communications, 2013, 184, 2641-2650. 3.0 544

4311 Room temperature compressibility and diffusivity of liquid water from first principles. Journal of
Chemical Physics, 2013, 139, 194502. 1.2 54

4312 A systematic development of a polarizable potential of water. Journal of Chemical Physics, 2013, 138,
204507. 1.2 127

4313 Water-solubility-driven separation of gases using graphene membrane. Journal of Membrane Science,
2013, 428, 546-553. 4.1 54

4314 Low concentrated hydroxyectoine solutions in presence of DPPC lipid bilayers: A computer simulation
study. Biophysical Chemistry, 2013, 180-181, 102-109. 1.5 23

4315 Wetting behavior of water droplet on solid surfaces in solvent environment: A molecular simulation
study. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2013, 429, 142-148. 2.3 16

4316 Thermodynamics of iodide adsorption at the instantaneous air-water interface. Journal of Chemical
Physics, 2013, 138, 114709. 1.2 48

4317 Density equalisation in supercooled high- and low-density water mixtures. Journal of Chemical
Physics, 2013, 139, 084508. 1.2 18

4318 Solvation structure and dynamics of potassium chloride ion pair in dimethyl sulfoxideâ€“water
mixtures. Journal of Molecular Liquids, 2013, 188, 5-12. 2.3 23

4319 Detection of persistent organic pollutants binding modes with androgen receptor ligand binding
domain by docking and molecular dynamics. BMC Structural Biology, 2013, 13, 16. 2.3 7

4320 State of Hydrophobic and Hydrophilic Ionic Liquids in Aqueous Solutions: Are the Ions Fully
Dissociated?. Journal of Physical Chemistry B, 2013, 117, 12556-12566. 1.2 100

4321
Using a Combined Theoretical and Experimental Approach to Understand the Structure and Dynamics
of Imidazolium-Based Ionic Liquids/Water Mixtures. 2. EXAFS Spectroscopy. Journal of Physical
Chemistry B, 2013, 117, 12516-12524.

1.2 50

4322 Computational study of peptide permeation through membrane: searching for hidden slow variables.
Molecular Physics, 2013, 111, 3565-3578. 0.8 37

4323
Using a Combined Theoretical and Experimental Approach to Understand the Structure and Dynamics
of Imidazolium-Based Ionic Liquids/Water Mixtures. 1. MD Simulations. Journal of Physical Chemistry B,
2013, 117, 12505-12515.

1.2 53



234

Citation Report

# Article IF Citations

4324 Role of charge screening and delocalization for lipophilic cation permeability of model and
mitochondrial membranes. Mitochondrion, 2013, 13, 500-506. 1.6 21

4325 A first principles simulation study of vibrational spectral diffusion in aqueous NaBr solutions:
Dynamics of water in ion hydration shells. Chemical Physics, 2013, 412, 13-21. 0.9 18

4326 Pressure and temperature dependence on the hydrogen bonding and dynamics of ammonium ion in
liquid water: A molecular dynamics simulations study. Journal of Molecular Liquids, 2013, 186, 98-105. 2.3 23

4327 Atomistic Simulations of Wimleyâ€“White Pentapeptides: Sampling of Structure and Dynamics in
Solution. Journal of Chemical Theory and Computation, 2013, 9, 1657-1666. 2.3 8

4328 Coarse Grained Molecular Dynamics Simulation of Nanoconfined Water. ChemPhysChem, 2013, 14,
1063-1070. 1.0 9

4329 Activation mechanism of claudin-4 by ephrin type-A receptor 2: a molecular dynamics approach.
Molecular BioSystems, 2013, 9, 2627. 2.9 5

4330 Adsorption of Aromatic Hydrocarbon Molecules at the Surface of Ice, As Seen by Grand Canonical
Monte Carlo Simulation. Journal of Physical Chemistry C, 2013, 117, 6719-6729. 1.5 38

4331 On the relative strength of adsorption of gases on carbon surfaces with functional groups:
fluidâ€“fluid, fluidâ€“graphite and fluidâ€“functional group interactions. Carbon, 2013, 61, 551-557. 5.4 21

4332 Cosolvent or Antisolvent? A Molecular View of the Interface between Ionic Liquids and Cellulose
upon Addition of Another Molecular Solvent. Journal of Physical Chemistry B, 2013, 117, 11780-11792. 1.2 81

4333 Modeling Self-Assembly of Silica/Surfactant Mesostructures in the Templated Synthesis of
Nanoporous Solids. Langmuir, 2013, 29, 2387-2396. 1.6 44

4334 The mechanism for the stability of graphene oxide membranes in a sodium sulfate solution. Chemical
Physics Letters, 2013, 561-562, 166-169. 1.2 32

4335 Local Fluctuations in Solution: Theory and Applications. Advances in Chemical Physics, 2013, 153,
311-372. 0.3 18

4336 Solvent effect on excited states of merocyanines: A theoretical study using the RISMâ€“SCF method.
Chemical Physics Letters, 2013, 583, 69-73. 1.2 7

4337 Biomolecular Simulations with the Transferable Potentials for Phase Equilibria: Extension to
Phospholipids. Journal of Physical Chemistry B, 2013, 117, 9910-9921. 1.2 14

4338 Role of Interfacial Structure of Water in Polymer Surface Wetting. Macromolecules, 2013, 46, 927-934. 2.2 10

4339 Free energy of formation of small clusters using the BAR method and MD simulations. , 2013, , . 0

4340
On the use of one-step perturbation to investigate the dependence of different properties of liquid
water on a variation of model parameters from a single simulationâ€ . Molecular Physics, 2013, 111,
2334-2344.

0.8 2

4341 Control of surface wettability via strain engineering. Acta Mechanica Sinica/Lixue Xuebao, 2013, 29,
543-549. 1.5 19



235

Citation Report

# Article IF Citations

4342 A transferable H2O interaction potential based on a single center multipole expansion: SCME. Physical
Chemistry Chemical Physics, 2013, 15, 16542. 1.3 32

4343 Unified approach to multipolar polarisation and charge transfer for ions: microhydrated Na+.
Physical Chemistry Chemical Physics, 2013, 15, 18249. 1.3 25

4344 Energetics of Î²-turn formation in a mutant peptide YPGDV from influenza hemagglutinin: an MD
simulation study. Physical Chemistry Chemical Physics, 2013, 15, 18571. 1.3 5

4345 De novo design of immunoreactive conformation-specific HIV-1 epitopes based on Top7 scaffold. RSC
Advances, 2013, 3, 11790. 1.7 14

4346 A sequence-dependent rigid-base model of DNA. Journal of Chemical Physics, 2013, 138, 055102. 1.2 50

4347 Electrostatic frequency shifts in amide I vibrational spectra: Direct parameterization against
experiment. Journal of Chemical Physics, 2013, 138, 134116. 1.2 87

4348 Model-free simulation approach to molecular diffusion tensors. Journal of Chemical Physics, 2013,
139, 154110. 1.2 12

4349 Pressure dependence of Kapitza resistance at gold/water and silicon/water interfaces. Journal of
Chemical Physics, 2013, 139, 244702. 1.2 73

4350 Wetting characterisation of silicon (1,0,0) surface. Molecular Simulation, 2013, 39, 700-709. 0.9 75

4351 Microscopic mechanism of protein cryopreservation in an aqueous solution with trehalose.
Scientific Reports, 2013, 3, 1218. 1.6 115

4352 Molecular dynamics study of self-agglomeration of charged fullerenes in solvents. Journal of
Chemical Physics, 2013, 138, 044318. 1.2 31

4353 Nitrogen dioxide at the airâ€“water interface: trapping, absorption, and solvation in the bulk and at the
surface. Physical Chemistry Chemical Physics, 2013, 15, 204-212. 1.3 33

4354 Ion specific effects of alkali cations on the catalytic activity of HIV-1 protease. Faraday Discussions,
2013, 160, 359-370. 1.6 10

4355
Aggregation of Oligoarginines at Phospholipid Membranes: Molecular Dynamics Simulations,
Time-Dependent Fluorescence Shift, and Biomimetic Colorimetric Assays. Journal of Physical Chemistry
B, 2013, 117, 11530-11540.

1.2 34

4356 Biomineralization of Hydroxyapatite on DNA Molecules in SBF: Morphological Features and Computer
Simulation. Langmuir, 2013, 29, 11975-11981. 1.6 27

4357 Identifying and characterising the different structural length scales in liquids and glasses: an
experimental approach. Physical Chemistry Chemical Physics, 2013, 15, 15286. 1.3 45

4358 Mechanics and molecular filtration performance of graphyne nanoweb membranes for selective
water purification. Nanoscale, 2013, 5, 11801. 2.8 135

4359 The liquidâ€“liquid transition in supercooled ST2 water: a comparison between umbrella sampling and
well-tempered metadynamics. Faraday Discussions, 2013, 167, 77. 1.6 85



236

Citation Report

# Article IF Citations

4360 Regularization of the slip length divergence in water nanoflows by inhomogeneities at the Angstrom
scale. Soft Matter, 2013, 9, 8526. 1.2 30

4361 Water self-diffusion at the surface of silica glasses: effect of hydrophilic to hydrophobic transition.
Molecular Physics, 2013, 111, 3410-3417. 0.8 21

4362 Multiscale dynamic wetting of a droplet on a lyophilic pillar-arrayed surface. Journal of Fluid
Mechanics, 2013, 716, 171-188. 1.4 101

4363 Kinetic sonication effects in light of molecular dynamics simulation of the reaction medium.
Ultrasonics Sonochemistry, 2013, 20, 703-707. 3.8 4

4364 Structure, Dynamics, and Phase Behavior of Water in TiO<sub>2</sub> Nanopores. Journal of Physical
Chemistry C, 2013, 117, 3330-3342. 1.5 63

4365 Water Bridges in Electropermeabilized Phospholipid Bilayers. Proceedings of the IEEE, 2013, 101,
494-504. 16.4 32

4366 What Is the Contact Angle of Water on Graphene?. Langmuir, 2013, 29, 1457-1465. 1.6 421

4367 Water clusters to nanodrops: a tight-binding density functional study. Physical Chemistry Chemical
Physics, 2013, 15, 1837-1843. 1.3 40

4368 Systematic coarse-graining methods for soft matter simulations â€“ a review. Soft Matter, 2013, 9,
2108-2119. 1.2 301

4369 Rational Epitope Design for Protein Targeting. ACS Chemical Biology, 2013, 8, 397-404. 1.6 36

4370 Ionic specific effects on the structure, mechanics and interfacial softness of a polyelectrolyte brush.
Faraday Discussions, 2013, 160, 297-309. 1.6 20

4371 Dynamics at a Janus Interface. Journal of Physical Chemistry C, 2013, 117, 4561-4567. 1.5 20

4372 Hydration Properties of the Zn<sup>2+</sup> Ion in Water at High Pressure. Inorganic Chemistry, 2013,
52, 1141-1150. 1.9 41

4373 Molecular dynamics simulations of metal-organic frameworks as membranes for gas mixtures
separation. Journal of Membrane Science, 2013, 428, 241-250. 4.1 40

4374 Molecular Simulations of Water Adsorbed on Mesoporous Silica Thin Films. Journal of Physical
Chemistry C, 2013, 117, 2084-2095. 1.5 34

4375 Electron at the Surface of Water: Dehydrated or Not?. Journal of Physical Chemistry Letters, 2013, 4,
338-343. 2.1 49

4376 Liquid flow-induced energy harvesting in carbon nanotubes: a molecular dynamics study. Physical
Chemistry Chemical Physics, 2013, 15, 1164-1168. 1.3 31

4377 Introduction to QM/MM Simulations. Methods in Molecular Biology, 2013, 924, 43-66. 0.4 85



237

Citation Report

# Article IF Citations

4378
Stereospecific Assignment of the Asparagine and Glutamine Side Chain Amide Protons in Random-Coil
Peptides by Combination of Molecular Dynamic Simulations with Relaxation Matrix Calculations.
Applied Magnetic Resonance, 2013, 44, 319-331.

0.6 3

4379 Ion disturbance and clustering in the NaCl water solutions. Journal of Molecular Modeling, 2013, 19,
661-672. 0.8 4

4380 Molecular docking and dynamics simulations of A.niger RNase from Aspergillus niger ATCC26550: for
potential prevention of human cancer. Journal of Molecular Modeling, 2013, 19, 613-621. 0.8 9

4381 Interactions of Sarin with Polyelectrolyte Membranes: A Molecular Dynamics Simulation Study.
Journal of Physical Chemistry B, 2013, 117, 365-372. 1.2 8

4382 Crucial Importance of Water Structure Modification on TrimethylamineN-Oxide Counteracting Effect
at High Pressure. Journal of Physical Chemistry B, 2013, 117, 677-689. 1.2 32

4383 Water Evaporation: A Transition Path Sampling Study. Journal of Physical Chemistry B, 2013, 117,
1419-1428. 1.2 108

4384 Molecular Dynamics Simulations of Asphaltenes at the Oilâ€“Water Interface: From Nanoaggregation to
Thin-Film Formation. Energy &amp; Fuels, 2013, 27, 1838-1845. 2.5 162

4385 Equation of state, refractive index and polarizability of compressed water to 7 GPa and 673 K. Journal
of Chemical Physics, 2013, 138, 054505. 1.2 33

4386 Structural and dynamical properties of KTSâ€•disintegrins: A comparison between Obtustatin and
Lebestatin. Biopolymers, 2013, 99, 47-54. 1.2 12

4387 Comparison of two simulation methods to compute solvation free energies and partition
coefficients. Journal of Computational Chemistry, 2013, 34, 284-293. 1.5 28

4388 Allostery mediates ligand binding to Grb2 adaptor in a mutually exclusive manner. Journal of
Molecular Recognition, 2013, 26, 92-103. 1.1 8

4389
Influence of pressure on the lowâ€•frequency vibrational modes of lysozyme and water: A
complementary inelastic neutron scattering and molecular dynamics simulation study. Proteins:
Structure, Function and Bioinformatics, 2013, 81, 326-340.

1.5 26

4390 An overview of the Amber biomolecular simulation package. Wiley Interdisciplinary Reviews:
Computational Molecular Science, 2013, 3, 198-210. 6.2 1,734

4391 Complexation of gold in S3âˆ’-rich hydrothermal fluids: Evidence from ab-initio molecular dynamics
simulations. Chemical Geology, 2013, 347, 34-42. 1.4 40

4392 Heat-induced fibrillation of BclXL apoptotic repressor. Biophysical Chemistry, 2013, 179, 12-25. 1.5 6

4393 How to apply the Kirkwoodâ€“Buff theory to individual species in salt solutions. Chemical Physics
Letters, 2013, 582, 154-157. 1.2 49

4394 Ionic hydration of Na+ inside carbon nanotubes, under electric fields. Fluid Phase Equilibria, 2013, 353,
1-6. 1.4 14

4395 Molecular dynamics simulations of the condensation coefficient of water. Fluid Phase Equilibria,
2013, 349, 83-86. 1.4 12



238

Citation Report

# Article IF Citations

4396 Temperature effects on the diffusion of water and monovalent counterions in the hydrated
montmorillonite. Physica A: Statistical Mechanics and Its Applications, 2013, 392, 5994-6001. 1.2 30

4397 Assembling structures and dynamics properties of perfluorooctane sulfonate (PFOS) at
waterâ€“titanium oxide interfaces. Journal of Colloid and Interface Science, 2013, 405, 189-194. 5.0 25

4398 How aggregation in aqueous 2-butoxyethanol solutions is influenced by temperature. Journal of
Molecular Liquids, 2013, 177, 102-109. 2.3 19

4399 Molecular Dynamics Simulations of the CO2-Water-silica Interfacial Systems. Energy Procedia, 2013, 37,
5435-5442. 1.8 36

4400 Structure and effect of sarcosine on water and urea by using molecular dynamics simulations:
Implications in protein stabilization. Biophysical Chemistry, 2013, 171, 9-15. 1.5 26

4401 NaCl crystallization in apolar nanometer-sized confinement studied by atomistic simulations. Physical
Review E, 2013, 88, 062312. 0.8 4

4402 Quantum mechanical force field for water with explicit electronic polarization. Journal of Chemical
Physics, 2013, 139, 054503. 1.2 36

4403 (H<sub>2</sub>O)<sub>20</sub> Water Clusters at Finite Temperatures. Journal of Physical Chemistry
A, 2013, 117, 9985-9998. 1.1 19

4404 Effect of Carbon Spacer Length on Zwitterionic Carboxybetaines. Journal of Physical Chemistry B,
2013, 117, 1357-1366. 1.2 101

4405 Electrostatic properties of water models evaluated by a long-range potential based solely on the
Wolf charge-neutral condition. Chemical Physics Letters, 2013, 556, 308-314. 1.2 10

4406 Ab initio molecular dynamics simulation and free energy exploration of copper(I) complexation by
chloride and bisulfide in hydrothermal fluids. Geochimica Et Cosmochimica Acta, 2013, 102, 45-64. 1.6 79

4407 Heat transport in liquid water at extreme pressures: A non equilibrium molecular dynamics study.
Journal of Molecular Liquids, 2013, 185, 1-7. 2.3 7

4408 The motion of an ion in a synthetic molecular ion channel. Computational and Theoretical Chemistry,
2013, 1008, 74-82. 1.1 4

4409 Frataxin from Psychromonas ingrahamii as a model to study stability modulation within the CyaY
protein family. Biochimica Et Biophysica Acta - Proteins and Proteomics, 2013, 1834, 1168-1180. 1.1 11

4410 Ion specific effects with CO2-philic surfactants. Current Opinion in Colloid and Interface Science,
2013, 18, 40-46. 3.4 25

4411 A theoretical study of factors affecting corrosion in supercritical water reaction vessels. Journal of
Supercritical Fluids, 2013, 79, 261-267. 1.6 10

4412 Triplet correlations and bridge functions in classical density functional theory for liquid water.
Chemical Physics Letters, 2013, 572, 38-43. 1.2 4

4413 Preparation, crystallographic and theoretical study on a bifunctional Gd-AAZTA derivative as
potential MRI contrast agent precursor. Inorganica Chimica Acta, 2013, 407, 306-312. 1.2 8



239

Citation Report

# Article IF Citations

4414 Water assisted reaction mechanism of OHâˆ’ with CCl4 in aqueous solution â€“ Hybrid quantum
mechanical and molecular mechanics investigation. Chemical Physics Letters, 2013, 559, 30-34. 1.2 5

4415 Nanoscale insight into the exfoliation mechanism of graphene with organic dyes: effect of charge,
dipole and molecular structure. Nanoscale, 2013, 5, 4205. 2.8 116

4416 How Electrostatics Influences Hydrodynamic Boundary Conditions: Poiseuille and Electro-osmostic
Flows in Clay Nanopores.. Journal of Physical Chemistry C, 2013, 117, 978-985. 1.5 59

4417 Probing Allostery Through DNA. Science, 2013, 339, 816-819. 6.0 243

4418 â€œStructure-Makingâ€• Ability of Na<sup>+</sup> in Dilute Aqueous Solution: An ONIOM-XS MD
Simulation Study. Journal of Physical Chemistry A, 2013, 117, 1826-1833. 1.1 28

4419 Microscopic Origin of the Deviation from Stokesâ€“Einstein Behavior Observed in Dynamics of the KSCN
Aqueous Solutions: A MD Simulation Study. Journal of Physical Chemistry B, 2013, 117, 2992-3004. 1.2 24

4420 Mixing MARTINI: Electrostatic Coupling in Hybrid Atomisticâ€“Coarse-Grained Biomolecular
Simulations. Journal of Physical Chemistry B, 2013, 117, 3516-3530. 1.2 145

4421 A Structure-Based Strategy for Epitope Discovery in Burkholderia pseudomallei OppA Antigen.
Structure, 2013, 21, 167-175. 1.6 49

4422 Molecular Density Functional Theory of Water. Journal of Physical Chemistry Letters, 2013, 4, 619-624. 2.1 76

4423 Molecular Dynamics Simulation of Nanosized Water Droplet Spreading in an Electric Field. Langmuir,
2013, 29, 4266-4274. 1.6 87

4424 The effect of protein composition on hydration dynamics. Physical Chemistry Chemical Physics, 2013,
15, 3570. 1.3 25

4425 High permeability and salt rejection reverse osmosis by a zeolite nano-membrane. Physical Chemistry
Chemical Physics, 2013, 15, 6817. 1.3 88

4426 Molecular dynamics of water in the neighborhood of aquaporins. European Biophysics Journal, 2013,
42, 223-239. 1.2 19

4427
Chemical Unfolding of Chicken Villin Headpiece in Aqueous Dimethyl Sulfoxide Solution: Cosolvent
Concentration Dependence, Pathway, and Microscopic Mechanism. Journal of Physical Chemistry B,
2013, 117, 4488-4502.

1.2 24

4428 Temperature and length scale dependence of solvophobic solvation in a single-site water-like liquid.
Journal of Chemical Physics, 2013, 138, 064506. 1.2 15

4429 Thermodynamic properties of liquid water from a polarizable intermolecular potential. Journal of
Chemical Physics, 2013, 138, 044503. 1.2 16

4430 Six-site polarizable model of water based on the classical Drude oscillator. Journal of Chemical
Physics, 2013, 138, 034508. 1.2 103

4431 Silica Surface Features and Their Role in the Adsorption of Biomolecules: Computational Modeling
and Experiments. Chemical Reviews, 2013, 113, 4216-4313. 23.0 508



240

Citation Report

# Article IF Citations

4432 Molecular simulation of interfacial mechanics for solvent exfoliation of graphene from graphite.
Carbon, 2013, 55, 350-360. 5.4 55

4433
Solute and Solvent Dynamics in Confined Equal-Sized Aqueous Environments of Charged and Neutral
Reverse Micelles: A Combined Dynamic Fluorescence and All-Atom Molecular Dynamics Simulation
Study. Journal of Physical Chemistry B, 2013, 117, 3345-3361.

1.2 38

4434 Convergence of Sampling Kirkwoodâ€“Buff Integrals of Aqueous Solutions with Molecular Dynamics
Simulations. Journal of Chemical Theory and Computation, 2013, 9, 1347-1355. 2.3 147

4435 Barriers to Superfast Water Transport in Carbon Nanotube Membranes. Nano Letters, 2013, 13,
1910-1914. 4.5 220

4436 Parameterization of a geometric flow implicit solvation model. Journal of Computational Chemistry,
2013, 34, 687-695. 1.5 21

4437 Electrical-Driven Transport of Endohedral Fullerene Encapsulating a Single Water Molecule. Physical
Review Letters, 2013, 110, 156103. 2.9 30

4438 Structure and dynamics of supercooled water in neutral confinements. Journal of Chemical Physics,
2013, 138, 134503. 1.2 40

4439 Monte Carlo simulations of water solubility and structures in poly(difluoromethylene). Molecular
Simulation, 2013, 39, 367-384. 0.9 2

4440 Observed Mechanism for the Breakup of Small Bundles of Cellulose IÎ± and IÎ² in Ionic Liquids from
Molecular Dynamics Simulations. Journal of Physical Chemistry B, 2013, 117, 3469-3479. 1.2 95

4441 Ion Pairing in Aqueous Lithium Salt Solutions with Monovalent and Divalent Counter-Anions. Journal
of Physical Chemistry A, 2013, 117, 11766-11773. 1.1 112

4443 Understanding Adsorption of Highly Polar Vapors on Mesoporous MIL-100(Cr) and MIL-101(Cr):
Experiments and Molecular Simulations. Journal of Physical Chemistry C, 2013, 117, 7613-7622. 1.5 79

4444 Molecular dynamics simulations of side chain pendants of perfluorosulfonic acidpolymer electrolyte
membranes. Journal of Materials Chemistry A, 2013, 1, 557-569. 5.2 37

4445 On the magnitude of border thickness in the partial molar volume of cavities in water. Chemical
Physics Letters, 2013, 570, 46-49. 1.2 8

4446 Ethanol promotes dewetting transition at low concentrations. Soft Matter, 2013, 9, 4655. 1.2 20

4447 Dimers of human Î²-defensins and their interactions with the POPG membrane. Molecular Simulation,
2013, 39, 849-859. 0.9 4

4448 How Crystals Nucleate and Grow in Aqueous NaCl Solution. Journal of Physical Chemistry Letters,
2013, 4, 573-578. 2.1 85

4449 Simple electrolyte solutions: Comparison of DRISM and molecular dynamics results for alkali halide
solutions. Journal of Chemical Physics, 2013, 138, 044103. 1.2 63

4450 On the signature of the hydrophobic effect at a single molecule level. Physical Chemistry Chemical
Physics, 2013, 15, 7389. 1.3 2



241

Citation Report

# Article IF Citations

4451 Modeling Adsorption of Cationic Surfactants at Air/Water Interface without Using the Gibbs
Equation. Langmuir, 2013, 29, 4743-4749. 1.6 41

4452 Solvent Free Ionic Solution Models from Multiscale Coarse-Graining. Journal of Chemical Theory and
Computation, 2013, 9, 172-178. 2.3 22

4453 DMSO Transport across Water/Hexane Interface by Molecular Dynamics Simulation. Industrial &amp;
Engineering Chemistry Research, 2013, 52, 6550-6558. 1.8 15

4454 Ultrafast Librational Relaxation of H<sub>2</sub>O in Liquid Water. Journal of Physical Chemistry B,
2013, 117, 4541-4552. 1.2 35

4455 A Density-Functional Theory-Based Neural Network Potential for Water Clusters Including van der
Waals Corrections. Journal of Physical Chemistry A, 2013, 117, 7356-7366. 1.1 157

4456 Parametric dependence on shear viscosity of SPC/E water from equilibrium and non-equilibrium
molecular dynamics simulations. Molecular Simulation, 2013, 39, 728-733. 0.9 11

4457
Molecular dynamics simulation of cetyltrimethylammonium bromide and sodium octyl sulfate
mixtures: aggregate shape and local surfactant distribution. Physical Chemistry Chemical Physics,
2013, 15, 5563.

1.3 35

4458 Exploring the Molecular Mechanism of Trimethylamine-<i>N</i>-oxideâ€™s Ability to Counteract the
Protein Denaturing Effects of Urea. Journal of Physical Chemistry B, 2013, 117, 5691-5704. 1.2 37

4459 Extraction of atomâ€“atom bridge and direct correlation functions from molecular simulations: A test
for ambient water. Chemical Physics Letters, 2013, 561-562, 175-178. 1.2 18

4460 Simulation Studies of Structure and Edge Tension of Lipid Bilayer Edges: Effects of Tail Structure and
Force-Field. Journal of Physical Chemistry A, 2013, 117, 7114-7123. 1.1 24

4461 A molecular investigation of the nanostructure and dynamics of phosphoricâ€“triflic acid blends of
hydrated ABPBI [poly(2,5-benzimidazole)] polymer electrolyte membranes. Soft Matter, 2013, 9, 1122-1132. 1.2 9

4462 Inhibition of CK2 Activity by TCDD via binding to ATP-competitive binding site of catalytic subunit:
Insight from computational studies. Chemical Research in Chinese Universities, 2013, 29, 299-306. 1.3 1

4463 Development of a ReaxFF Reactive Force Field for Titanium Dioxide/Water Systems. Langmuir, 2013, 29,
7838-7846. 1.6 96

4464 Uncovering a Dynamically Formed Substrate Access Tunnel in Carbon Monoxide
Dehydrogenase/Acetyl-CoA Synthase. Journal of the American Chemical Society, 2013, 135, 9493-9502. 6.6 47

4465 Molecular dynamics simulation of aggregation in dimethyl sulfoxideâ€“water binary mixture.
Computational and Theoretical Chemistry, 2013, 1017, 126-135. 1.1 48

4466 Calculating Excited States of Molecular Aggregates by the Renormalized Excitonic Method. Journal of
Physical Chemistry A, 2013, 117, 3655-3665. 1.1 19

4467
Prediction of the concentration dependence of the surface tension and density of salt solutions:
atomistic simulations using Drude oscillator polarizable and nonpolarizable models. Physical
Chemistry Chemical Physics, 2013, 15, 11679.

1.3 29

4468 Alkali Halide Solutions under Thermal Gradients: Soret Coefficients and Heat Transfer Mechanisms.
Journal of Physical Chemistry B, 2013, 117, 8209-8222. 1.2 48



242

Citation Report

# Article IF Citations

4469 Interaction of organic solvents with protein structures at protein-solvent interface. Journal of
Molecular Modeling, 2013, 19, 4701-4711. 0.8 33

4470 Monte Carlo Simulation Methods for Computing Liquidâ€“Vapor Saturation Properties of Model
Systems. Journal of Chemical Theory and Computation, 2013, 9, 2552-2566. 2.3 76

4471
Simulating Ru L<sub>3</sub>-Edge X-ray Absorption Spectroscopy with Time-Dependent Density
Functional Theory: Model Complexes and Electron Localization in Mixed-Valence Metal Dimers.
Journal of Physical Chemistry A, 2013, 117, 4444-4454.

1.1 59

4472
Hydration Structure at the Î±-Al<sub>2</sub>O<sub>3</sub> (0001) Surface: Insights from Experimental
Atomic Force Spectroscopic Data and Atomistic Molecular Dynamics Simulations. Journal of Physical
Chemistry C, 2013, 117, 10433-10444.

1.5 34

4473 Ice-like Water Structure in Carbon Nanotube (8,8) Induces Cationic Hydration Enhancement. Journal
of Physical Chemistry C, 2013, 117, 11412-11420. 1.5 64

4474 Cation-Specific Effects on Enzymatic Catalysis Driven by Interactions at the Tunnel Mouth. Journal of
Physical Chemistry B, 2013, 117, 6394-6402. 1.2 20

4475 Graphene Drape Minimizes the Pinning and Hysteresis of Water Drops on Nanotextured Rough
Surfaces. ACS Nano, 2013, 7, 3512-3521. 7.3 46

4476
Computer Simulationâ€“Molecular-Thermodynamic Framework to Predict the Micellization Behavior of
Mixtures of Surfactants: Application to Binary Surfactant Mixtures. Journal of Physical Chemistry B,
2013, 117, 6430-6442.

1.2 11

4477 Simulating DNA by Molecular Dynamics: Aims, Methods, and Validation. Methods in Molecular Biology,
2013, 924, 445-468. 0.4 8

4478 Polarizable Force Fields. Methods in Molecular Biology, 2013, 924, 215-241. 0.4 46

4479 Are ionic liquids suitable media for boron nitride exfoliation and dispersion? Insight via molecular
dynamics. RSC Advances, 2013, 3, 8197. 1.7 37

4480 Molecular Modeling of the Green Leaf Volatile Methyl Salicylate on Atmospheric Air/Water
Interfaces. Journal of Physical Chemistry A, 2013, 117, 4436-4443. 1.1 17

4481 Solvation effects on like-charge attraction. Journal of Chemical Physics, 2013, 138, 084901. 1.2 4

4482 Rational Design of Particle Mesh Ewald Compatible Lennard-Jones Parameters for +2 Metal Cations in
Explicit Solvent. Journal of Chemical Theory and Computation, 2013, 9, 2733-2748. 2.3 559

4483 Expansion of Access Tunnels and Activeâ€•Site Cavities Influence Activity of Haloalkane Dehalogenases in
Organic Cosolvents. ChemBioChem, 2013, 14, 890-897. 1.3 33

4484 Identification of a cation transport pathway in <i>Neisseria meningitidis</i> PorB. Proteins:
Structure, Function and Bioinformatics, 2013, 81, 830-840. 1.5 13

4485 Trimethylamine <i>N</i>-Oxide (TMAO) and <i>tert</i>-Butyl Alcohol (TBA) at Hydrophobic Interfaces:
Insights from Molecular Dynamics Simulations. Langmuir, 2013, 29, 8017-8024. 1.6 31

4486 Density-induced molecular arrangements of water inside carbon nanotubes. Physical Chemistry
Chemical Physics, 2013, 15, 7379. 1.3 15



243

Citation Report

# Article IF Citations

4487 Computational IR spectroscopy of water: OH stretch frequencies, transition dipoles, and
intermolecular vibrational coupling constants. Journal of Chemical Physics, 2013, 138, 174108. 1.2 58

4488 Anisotropic Dielectric Relaxation of the Water Confined in Nanotubes for Terahertz Spectroscopy
Studied by Molecular Dynamics Simulations. Journal of Physical Chemistry B, 2013, 117, 7967-7971. 1.2 24

4489 pH modulates the binding of early growth response proteinÂ 1 transcription factor to <scp>DNA</scp>.
FEBS Journal, 2013, 280, 3669-3684. 2.2 17

4490 Molecular and continuum hydrodynamics in graphene nanopores. RSC Advances, 2013, 3, 9365. 1.7 112

4491 Systematic Parametrization of Polarizable Force Fields from Quantum Chemistry Data. Journal of
Chemical Theory and Computation, 2013, 9, 452-460. 2.3 164

4492 Solvent Induced Shifts in the UV Spectrum of Amides. Journal of Physical Chemistry A, 2013, 117,
11847-11855. 1.1 16

4493 <i>Ab initio</i> and classical molecular dynamics studies of the structural and dynamical behavior of
water near a hydrophobic graphene sheet. Journal of Chemical Physics, 2013, 138, 204702. 1.2 64

4494 Unraveling the potential and pore-size dependent capacitance of slit-shaped graphitic carbon pores in
aqueous electrolytes. Physical Chemistry Chemical Physics, 2013, 15, 2309. 1.3 79

4495 Optimal Superpositioning of Flexible Molecule Ensembles. Biophysical Journal, 2013, 104, 196-207. 0.2 25

4496
Pressure effects on the dynamics of ions and solvent molecules in liquid methanol under ambient and
cold conditions: Importance of solvent's H-bonding network. Journal of Molecular Liquids, 2013, 180,
172-178.

2.3 11

4497 Water polarization induced by thermal gradients: The extended simple point charge model (SPC/E).
Journal of Chemical Physics, 2013, 139, 014504. 1.2 23

4498 Molecular dynamics simulation of methane hydrate dissociation by depressurisation. Molecular
Simulation, 2013, 39, 251-260. 0.9 29

4499 Note: A simple correlation to locate the three phase coexistence line in methane-hydrate simulations.
Journal of Chemical Physics, 2013, 138, 056101. 1.2 54

4500 Understanding the Control of Mineralization by Polyelectrolyte Additives: Simulation of Preferential
Binding to Calcite Surfaces. Journal of Physical Chemistry C, 2013, 117, 6904-6913. 1.5 57

4501 Salting-in with a Salting-out Agent: Explaining the Cation Specific Effects on the Aqueous Solubility
of Amino Acids. Journal of Physical Chemistry B, 2013, 117, 6116-6128. 1.2 85

4502 Structural consequences of cutting a binding loop: two circularly permuted variants of streptavidin.
Acta Crystallographica Section D: Biological Crystallography, 2013, 69, 968-977. 2.5 6

4503 Anionic and Cationic Hofmeister Effects on Hydrophobic and Hydrophilic Surfaces. Langmuir, 2013, 29,
2602-2614. 1.6 215

4504
Molecular modeling, dynamics, and an insight into the structural inhibition of cofactor independent
phosphoglycerate mutase isoform 1 fromWuchereria bancroftiusing cheminformatics and mutational
studies. Journal of Biomolecular Structure and Dynamics, 2013, 31, 765-778.

2.0 12



244

Citation Report

# Article IF Citations

4505 A pH-dependent coarse-grained model for peptides. Soft Matter, 2013, 9, 6118. 1.2 17

4506 On eliminating synchronous communication in molecular simulations to improve scalability.
Computer Physics Communications, 2013, 184, 2634-2640. 3.0 3

4507 Partition and Structure of Aqueous NaCl and CaCl<sub>2</sub> Electrolytes in Carbon-Slit
Electrodes. Journal of Physical Chemistry C, 2013, 117, 13609-13619. 1.5 43

4508
A Frontier Orbital Study with ab Initio Molecular Dynamics of the Effects of Solvation on Chemical
Reactivity: Solvent-Induced Orbital Control in FeO-Activated Hydroxylation Reactions. Journal of the
American Chemical Society, 2013, 135, 8857-8867.

6.6 42

4509 Microscopic structure of water in a water/oil emulsion. Journal of Chemical Physics, 2013, 138, 204503. 1.2 10

4510 Matching of Additive and Polarizable Force Fields for Multiscale Condensed Phase Simulations.
Journal of Chemical Theory and Computation, 2013, 9, 2826-2837. 2.3 24

4511 Is the Calciteâ€“Water Interface Understood? Direct Comparisons of Molecular Dynamics Simulations
with Specular X-ray Reflectivity Data. Journal of Physical Chemistry C, 2013, 117, 5028-5042. 1.5 148

4512 A molecular dynamics study of a nanoscale liquid bridge under shear. Tribology International, 2013,
59, 10-16. 3.0 4

4513 Effects of Urea on Selectivity and Proteinâ€“Ligand Interactions in Multimodal Cation Exchange
Chromatography. Langmuir, 2013, 29, 158-167. 1.6 19

4514 Aqueous Guanidiniumâ€“Carbonate Interactions by Molecular Dynamics and Neutron Scattering:
Relevance to Ionâ€“Protein Interactions. Journal of Physical Chemistry B, 2013, 117, 1844-1848. 1.2 33

4515 Spherical Monovalent Ions at Aqueous Liquidâ€“Vapor Interfaces: Interfacial Stability and Induced
Interface Fluctuations. Journal of Physical Chemistry B, 2013, 117, 11732-11742. 1.2 19

4516 Instantaneous normal mode analysis for intermolecular and intramolecular vibrations of water
from atomic point of view. Journal of Chemical Physics, 2013, 139, 204505. 1.2 4

4517 Effect of Ion Pairing on the Solution Dynamics Investigated by the Simulations of the Optical Kerr
Effect and the Dielectric Relaxation Spectra. Journal of Physical Chemistry B, 2013, 117, 15395-15406. 1.2 15

4518 Graphitic Carbonâ€“Water Nonbonded Interaction Parameters. Journal of Physical Chemistry B, 2013, 117,
8802-8813. 1.2 138

4519 Quantized Water Transport: Ideal Desalination through Graphyne-4 Membrane. Scientific Reports, 2013,
3, 3163. 1.6 113

4520
Release of Halide Ions from the Buried Active Site of the Haloalkane Dehalogenase LinB Revealed by
Stopped-Flow Fluorescence Analysis and Free Energy Calculations. Journal of Physical Chemistry B,
2013, 117, 14329-14335.

1.2 4

4521 Association Dynamics and Linear and Nonlinear Optical Properties of an <i>N</i>-Acetylaladanamide
Probe in a POPC Membrane. Journal of the American Chemical Society, 2013, 135, 13590-13597. 6.6 27

4522
Solvent Binding Analysis and Computational Alanine Scanning of the Bovine Chymosinâ€“Bovine Îº-Casein
Complex Using Molecular Integral Equation Theory. Journal of Chemical Theory and Computation,
2013, 9, 5706-5717.

2.3 11



245

Citation Report

# Article IF Citations

4523
MD SIMULATION STUDIES TO INVESTIGATE ISO-ENERGETIC CONFORMATIONAL BEHAVIOUR OF MODIFIED
NUCLEOSIDES M2G AND M22G PRESENT IN tRNA. Computational and Structural Biotechnology Journal,
2013, 5, e201302015.

1.9 16

4524 Thermodynamic considerations for solubility and conformational transitions of
poly-N-isopropyl-acrylamide. Physical Chemistry Chemical Physics, 2013, 15, 12667. 1.3 27

4525 Molecular simulations of green leaf volatiles and atmospheric oxidants on air/water interfaces.
Physical Chemistry Chemical Physics, 2013, 15, 3583. 1.3 19

4528 Generalised canonicalâ€“isokinetic ensemble: speeding up multiscale molecular dynamics and coupling
with 3D molecular theory of solvation. Molecular Simulation, 2013, 39, 25-48. 0.9 17

4529 Crystallisation of ice in charged Pt nanochannel. Molecular Physics, 2013, 111, 3808-3814. 0.8 15

4530 Insight into the Molecular Mechanisms of Protein Stabilizing Osmolytes from Global Force-Field
Variations. Journal of Physical Chemistry B, 2013, 117, 8310-8321. 1.2 102

4531 Interstratification Patterns from the pH-Dependent Intercalation of a Tetracycline Antibiotic within
Montmorillonite Layers. Langmuir, 2013, 29, 4492-4501. 1.6 28

4532 Prediction of 1-octanolâ€“water and airâ€“water partition coefficients for nitro-aromatic compounds
from molecular dynamics simulations. Physical Chemistry Chemical Physics, 2013, 15, 6467. 1.3 24

4533 Molecular dynamics simulation study for ion mobility of alkali earth metal cations in water at 25Â°C.
Molecular Simulation, 2013, 39, 895-901. 0.9 4

4534 Representability and Transferability of Kirkwoodâ€“Buff Iterative Boltzmann Inversion Models for
Multicomponent Aqueous Systems. Journal of Chemical Theory and Computation, 2013, 9, 5247-5256. 2.3 34

4535 Adsorption of Waterâ€“Acetonitrile Mixtures to Model Silica Surfaces. Journal of Physical Chemistry
C, 2013, 117, 6620-6631. 1.5 49

4536 Multiscale Simulation of Liquid Water Using a Four-to-One Mapping for Coarse-Graining. Journal of
Chemical Theory and Computation, 2013, 9, 5168-5175. 2.3 19

4537 Molecular Insight into Different Denaturing Efficiency of Urea, Guanidinium, and Methanol: A
Comparative Simulation Study. Journal of Chemical Theory and Computation, 2013, 9, 2540-2551. 2.3 18

4538 The importance of nonlinear fluid response in joint density-functional theory studies of battery
systems. Modelling and Simulation in Materials Science and Engineering, 2013, 21, 074005. 0.8 177

4539 Structural and diffusion properties of formamide/water mixture interacting with TiO2 surface.
Bioorganic Chemistry, 2013, 50, 11-16. 2.0 2

4540 Fast Ion Transport and Phase Separation in a Mechanically Driven Flow of Electrolytes through
Tortuous Subâ€•Nanometer Nanochannels. ChemPhysChem, 2013, 14, 2413-2418. 1.0 6

4541
Three-Dimensional Reference Interaction Site Model Self-Consistent Field Study of the Electronic
Structure of [Cr(H<sub>2</sub>O)<sub>6</sub>]<sup>3+</sup> in Aqueous Solution. Journal of
Physical Chemistry A, 2013, 117, 8314-8322.

1.1 8

4542 Molecular Dynamics Simulation of Waterâ€“Acetonitrile Mixtures in a Silica Slit. Journal of Physical
Chemistry C, 2013, 117, 3923-3929. 1.5 41



246

Citation Report

# Article IF Citations

4543 Monte Carlo calculation of the thermodynamic properties of water. Journal of Structural Chemistry,
2013, 54, 221-232. 0.3 8

4544 Microstructure of concentrated solutions in the water-lithium nitrate-calcium nitrate ternary
system from molecular dynamics simulations. Journal of Structural Chemistry, 2013, 54, 289-296. 0.3 1

4545 Electron-Attachment-Induced DNA Damage: Instantaneous Strand Breaks. Journal of Physical
Chemistry B, 2013, 117, 9669-9676. 1.2 20

4546 SPAM: A Simple Approach for Profiling Bound Water Molecules. Journal of Chemical Theory and
Computation, 2013, 9, 5539-5549. 2.3 40

4547 Adsorption of Arginineâ€“Glycineâ€“Aspartate Tripeptide onto Negatively Charged Rutile (110) Mediated by
Cations: The Effect of Surface Hydroxylation. ACS Applied Materials &amp; Interfaces, 2013, 5, 2567-2579. 4.0 36

4548
Interfacial Bond-Breaking Electron Transfer in Mixed Waterâ€“Ethylene Glycol Solutions:
Reorganization Energy and Interplay between Different Solvent Modes. Journal of Physical Chemistry
B, 2013, 117, 8793-8801.

1.2 9

4549

Molecular Force Field Development for Aqueous Electrolytes: 1. Incorporating Appropriate
Experimental Data and the Inadequacy of Simple Electrolyte Force Fields Based on Lennard-Jones and
Point Charge Interactions with Lorentzâ€“Berthelot Rules. Journal of Chemical Theory and
Computation, 2013, 9, 5076-5085.

2.3 48

4550 Multi-state Approach to Chemical Reactivity in Fragment Based Quantum Chemistry Calculations.
Journal of Chemical Theory and Computation, 2013, 9, 4018-4025. 2.3 19

4551 Solvent Sensitivity of Protein Unfolding: Dynamical Study of Chicken Villin Headpiece Subdomain in
Waterâ€“Ethanol Binary Mixture. Journal of Physical Chemistry B, 2013, 117, 15625-15638. 1.2 48

4552 Molecular Modeling of Nucleic Acid Structure: Electrostatics and Solvation. Current Protocols in
Nucleic Acid Chemistry, 2013, 55, 7.9.1-27. 0.5 5

4553 Beyond the Continuum: How Molecular Solvent Structure Affects Electrostatics and Hydrodynamics
at Solidâ€“Electrolyte Interfaces. Journal of Physical Chemistry B, 2013, 117, 11397-11413. 1.2 110

4554 Beyond the Diffuse Layer Theory: A Molecular Analysis of the Structural, Dynamical, and Mechanical
Properties of Charged Solid/Liquid Interfaces. Journal of Physical Chemistry C, 2013, 117, 14558-14569. 1.5 7

4555 Combined Effect of Glycine and Sea Salt on Aerosol Cloud Droplet Activation Predicted by Molecular
Dynamics Simulations. Journal of Physical Chemistry A, 2013, 117, 10746-10752. 1.1 20

4556 Mobility of Na and Cs on Montmorillonite Surface under Partially Saturated Conditions.
Environmental Science &amp; Technology, 2013, 47, 9816-9823. 4.6 73

4557 A transferable coarse-grained model for diphenylalanine: How to represent an environment driven
conformational transition. Journal of Chemical Physics, 2013, 139, 234115. 1.2 30

4558
pH-Independence of Trialanine and the Effects of Termini Blocking in Short Peptides: A Combined
Vibrational, NMR, UVCD, and Molecular Dynamics Study. Journal of Physical Chemistry B, 2013, 117,
3689-3706.

1.2 64

4559 On the Behavior of Water at Subfreezing Temperatures in a Protein Crystal: Evidence of Higher
Mobility Than in Bulk Water. Journal of Physical Chemistry B, 2013, 117, 11433-11447. 1.2 0

4560 Pressure dependence on the single-particle dynamics and hydrogen-bond structural relaxation of
waterâ€“DMSO mixtures under ambient and cold conditions. Molecular Physics, 2013, 111, 135-146. 0.8 9



247

Citation Report

# Article IF Citations

4561 When Does Trimethylamine <i>N</i>-Oxide Fold a Polymer Chain and Urea Unfold It?. Journal of
Physical Chemistry B, 2013, 117, 8723-8732. 1.2 99

4562 Effects of salt on the â€˜dryingâ€™ transition and hydrophobic interaction between nano-sized spherical
solutes. Molecular Physics, 2013, 111, 3404-3409. 0.8 4

4563 Reconsidering Dispersion Potentials: Reduced Cutoffs in Mesh-Based Ewald Solvers Can Be Faster Than
Truncation. Journal of Chemical Theory and Computation, 2013, 9, 5412-5420. 2.3 47

4564 Ion interactions with non-polar and amphiphilic solutes in water. Faraday Discussions, 2013, 160,
239-254. 1.6 3

4565 Modelling family 2 cystatins and their interaction with papain. Journal of Biomolecular Structure
and Dynamics, 2013, 31, 649-664. 2.0 17

4566 Partial atomic charges and their impact on the free energy of solvation. Journal of Computational
Chemistry, 2013, 34, 187-197. 1.5 60

4567 A Steered Molecular Dynamics Method for Receptor-Ligand Unbinding Based on Genetic Algorithm. ,
2013, , . 0

4568 Molecular Dynamics Simulation of Electrically-Assisted Spreading of an Ionically Conducting Water
Droplet. , 2013, , . 0

4569 Controlled Self-Assembly of Functionalized Carbon Nanotubes on Silicon Substrates. , 2013, , . 0

4570 A Pore Scale Study of Slickwater Systems in Shale Reservoirs: Implications for Frac-Water
Distribution and Produced Water Salinity. , 2013, , . 7

4571 A Molecular Dynamics Simulation of Au Nanoparticles Aggregation in Ionic Solution. , 2013, , . 0

4572 Controlling the electroosmotic transport in nanochannels: effect of divalent counter-ions. , 2013, , . 0

4573 The hydration structure of Cu2+: more tetrahedral than octahedral?. RSC Advances, 2013, 3, 17803. 1.7 33

4574 Fragile to strong crossover at the Widom line in supercooled aqueous solutions of NaCl. Journal of
Chemical Physics, 2013, 139, 204503. 1.2 30

4575 Characterizing heterogeneous dynamics at hydrated electrode surfaces. Journal of Chemical Physics,
2013, 138, 184702. 1.2 40

4576
Multistate reweighting and configuration mapping together accelerate the efficiency of
thermodynamic calculations as a function of molecular geometry by orders of magnitude. Journal of
Chemical Physics, 2013, 138, 154108.

1.2 13

4577

Response to â€œComment on â€˜Solvatochromic shifts of polar and non-polar molecules in ambient and
supercritical water: A sequential quantum mechanics/molecular mechanics study including
solute-solvent electron exchange-correlationâ€•â€™ [J. Chem. Phys. 138, 217101 (2013)]. Journal of Chemical
Physics, 2013, 138, 217102.

1.2 0

4578 How well can polarization models of pairwise nonadditive forces describe liquid water?. Journal of
Chemical Physics, 2013, 138, 024316. 1.2 17



248

Citation Report

# Article IF Citations

4579 A stochastic optimization approach to coarse-graining using a relative-entropy framework. Journal of
Chemical Physics, 2013, 138, 044313. 1.2 39

4580 Insight into the molecular mechanism of water evaporation via the finite temperature string method.
Journal of Chemical Physics, 2013, 138, 134707. 1.2 30

4581 Electron collisions with the HCOOHâ‹¯(H2O)n complexes (n = 1, 2) in liquid phase: The influence of
microsolvation on the Ï€* resonance of formic acid. Journal of Chemical Physics, 2013, 138, 174307. 1.2 22

4582 Diffusivity and hydration of hydrazine in liquid and supercritical water through molecular dynamics
simulations and split-flow pulse injection experiments. Journal of Chemical Physics, 2013, 139, 134507. 1.2 6

4583
Detailed atomistic simulation of the nano-sorption and nano-diffusivity of water, tyrosol, vanillic
acid, and p-coumaric acid in single wall carbon nanotubes. Journal of Chemical Physics, 2013, 139,
164711.

1.2 9

4584 Simulations of solid-liquid friction at ice-Ih/water interfaces. Journal of Chemical Physics, 2013, 139,
194710. 1.2 8

4585
Molecular dynamics simulations of the tribological behaviour of a water-lubricated amorphous
carbonâ€“fluorine PECVD coating. Modelling and Simulation in Materials Science and Engineering, 2013,
21, 055027.

0.8 6

4586 Truncation Effects of Shift Function Methods in Bulk Water Systems. Entropy, 2013, 15, 3249-3264. 1.1 14

4587 Cloud droplet activation mechanisms of amino acid aerosol particles: insight from molecular
dynamics simulations. Tellus, Series B: Chemical and Physical Meteorology, 2022, 65, 20476. 0.8 22

4588
A Hamiltonian Replica Exchange Molecular Dynamics (MD) Method for the Study of Folding, Based on
the Analysis of the Stabilization Determinants of Proteins. International Journal of Molecular
Sciences, 2013, 14, 12157-12169.

1.8 23

4589 Vibrational spectroscopy of water in hydrated lipid multi-bilayers. III. Water clustering and
vibrational energy transfer. Journal of Chemical Physics, 2013, 139, 175103. 1.2 12

4590 Computational Elucidation of Structural Basis for Ligand Binding with<i>Leishmania
donovani</i>Adenosine Kinase. BioMed Research International, 2013, 2013, 1-14. 0.9 32

4591 Engineering a More Thermostable Blue Light Photo Receptor Bacillus subtilis YtvA LOV Domain by a
Computer Aided Rational Design Method. PLoS Computational Biology, 2013, 9, e1003129. 1.5 29

4592 Adaptive resolution simulation of salt solutions. New Journal of Physics, 2013, 15, 105007. 1.2 24

4593 The vapor-liquid interface potential of (multi)polar fluids and its influence on ion solvation. Journal
of Chemical Physics, 2013, 138, 154702. 1.2 45

4594 Force fields for divalent cations based on single-ion and ion-pair properties. Journal of Chemical
Physics, 2013, 138, 024505. 1.2 118

4595
Depth: a web server to compute depth, cavity sizes, detect potential small-molecule ligand-binding
cavities and predict the pKa of ionizable residues in proteins. Nucleic Acids Research, 2013, 41,
W314-W321.

6.5 171

4596 A Pore Scale Study Describing the Dynamics of Slickwater Distribution in Shale Gas Formations
Following Hydraulic Fracturing. , 2013, , . 17



249

Citation Report

# Article IF Citations

4597 Charge Behaviors around Oxide Device/Pseudo-Physiological Solution Interface with Molecular
Dynamic Simulations. Japanese Journal of Applied Physics, 2013, 52, 127001. 0.8 13

4599 Inhibition of a type III secretion system by the deletion of a short loop in one of its membrane proteins.
Acta Crystallographica Section D: Biological Crystallography, 2013, 69, 812-820. 2.5 31

4600 Transport Properties of Water and Sodium Dodecyl Sulfate. Journal of Nanotechnology in
Engineering and Medicine, 2013, 4, . 0.8 2

4601
Effects of concentrated NaCl and KCl solutions on the behaviour of aqueous peptide bond
environment: single-particle dynamics and H-bond structural relaxation. Molecular Physics, 2013, 111,
3297-3310.

0.8 32

4602 Molecular Simulation of CO2- and CO3-Brine-Mineral Systems. Reviews in Mineralogy and
Geochemistry, 2013, 77, 189-228. 2.2 36

4603 Grand-Canonical-like Molecular-Dynamics Simulations by Using an Adaptive-Resolution Technique.
Physical Review X, 2013, 3, . 2.8 51

4604 Length-scale crossover of the hydrophobic interaction in a coarse-grained water model. Physical
Review E, 2013, 88, 052313. 0.8 21

4605 A theoretical study revealing the promotion of lightâ€•absorbing carbon particles solubilization by
natural surfactants in nanosized water droplets. Atmospheric Science Letters, 2013, 14, 86-90. 0.8 4

4606 The influence of trehalose on hydrophobic interactions of small nonpolar solute: A molecular
dynamics simulation study. Journal of Chemical Physics, 2013, 139, 044508. 1.2 20

4607 Solvation thermodynamics and heat capacity of polar and charged solutes in water. Journal of
Chemical Physics, 2013, 138, 115101. 1.2 21

4608 Ionic current investigation in silicon nanochannels with molecular dynamics simulations. , 2013, , . 0

4609 The putative liquid-liquid transition is a liquid-solid transition in atomistic models of water. II.
Journal of Chemical Physics, 2013, 138, 214504. 1.2 181

4610 Correlation of reorientational jumps of water molecules in bulk water. Physical Review E, 2013, 87,
052309. 0.8 10

4611 Molecular dynamics studies on spreading of nanofluids promoted by nanoparticle adsorption on
solid surface. Theoretical and Applied Mechanics Letters, 2013, 3, 054006. 1.3 8

4612
Multiple time step molecular dynamics in the optimized isokinetic ensemble steered with the
molecular theory of solvation: Accelerating with advanced extrapolation of effective solvation
forces. Journal of Chemical Physics, 2013, 139, 244106.

1.2 20

4613 Phosphorylation of rat aquaporinâ€•4 at Ser<sup>111</sup> is not required for channel gating. Glia, 2013,
61, 1101-1112. 2.5 34

4614 Effects of dilute aqueous NaCl solution on caffeine aggregation. Journal of Chemical Physics, 2013,
139, 194504. 1.2 33

4615 Electropumping of water with rotating electric fields. Journal of Chemical Physics, 2013, 138, 154712. 1.2 43



250

Citation Report

# Article IF Citations

4616 Accurate evaluation of the angular-dependent direct correlation function of water. Journal of
Chemical Physics, 2013, 139, 034503. 1.2 15

4617 Molecular force fields for aqueous electrolytes: SPC/E-compatible charged LJ sphere models and their
limitations. Journal of Chemical Physics, 2013, 138, 154102. 1.2 80

4618 Comparison of the capillary wave method and pressure tensor route for calculation of interfacial
tension in molecular dynamics simulations. Journal of Computational Chemistry, 2013, 34, 2707-2715. 1.5 6

4619 Intermolecular potentials and the accurate prediction of the thermodynamic properties of water.
Journal of Chemical Physics, 2013, 139, 194505. 1.2 17

4620 Polarizable simulations with second order interaction model (POSSIM) force field: Developing
parameters for protein sideâ€•chain analogues. Journal of Computational Chemistry, 2013, 34, 1241-1250. 1.5 10

4621
Molecular dynamics simulations of certain mutant peptide models from staphylococcal nuclease
reveal that initial hydrophobic collapse associated with turn propensity drives <i>Î²</i>â€•hairpin folding.
Journal of Peptide Science, 2013, 19, 516-527.

0.8 0

4622 Effect of presence of salt on the dynamics of water in uncharged nanochannels. Journal of Chemical
Physics, 2013, 138, 054504. 1.2 25

4623 Polarizability effects in molecular dynamics simulations of the graphene-water interface. Journal of
Chemical Physics, 2013, 138, 054117. 1.2 101

4624
TES buffer-induced phase separation of aqueous solutions of several water-miscible organic solvents
at 298.15 K: Phase diagrams and molecular dynamic simulations. Journal of Chemical Physics, 2013, 138,
244501.

1.2 24

4625 Photoluminescence Measurements and Molecular Dynamics Simulations of Water Adsorption on the
Hydrophobic Surface of a Carbon Nanotube in Water Vapor. Physical Review Letters, 2013, 110, 157402. 2.9 80

4626 Potassium ions in the cavity of a KcsA channel model. Physical Review E, 2013, 88, 062712. 0.8 6

4627 Hydration of metal surfaces can be dynamically heterogeneous and hydrophobic. Proceedings of the
National Academy of Sciences of the United States of America, 2013, 110, 4200-4205. 3.3 242

4628 Acid Gases in CO2-rich Subsurface Geologic Environments. Reviews in Mineralogy and Geochemistry,
2013, 77, 361-398. 2.2 14

4629
Stability of fluctuating and transient aggregates of amphiphilic solutes in aqueous binary mixtures:
Studies of dimethylsulfoxide, ethanol, and tert-butyl alcohol. Journal of Chemical Physics, 2013, 139,
164301.

1.2 27

4630 Fluorescent probe solubilised in cetyltrimethylammonium bromide micelles by molecular dynamics
simulation. Molecular Simulation, 2013, 39, 1042-1051. 0.9 6

4631 Structural basis for cooperativity of CRM1 export complex formation. Proceedings of the National
Academy of Sciences of the United States of America, 2013, 110, 960-965. 3.3 64

4632 Communication: The Rosenfeld-Tarazona expression for liquidsâ€™ specific heat: A numerical
investigation of eighteen systems. Journal of Chemical Physics, 2013, 139, 171101. 1.2 31

4634 High-Performance Modeling of CO2 Sequestration by Coupling Reservoir Simulation and Molecular
Dynamics. , 2013, , . 2



251

Citation Report

# Article IF Citations

4635 Microscopic Dynamics of Water and Hydrocarbon in Shale-Kerogen Pores of Potentially
Mixed-Wettability. , 2013, , . 14

4636 Application of Molecular Simulations to CO2-Enhanced Oil Recovery: Phase Equilibria and Interfacial
Phenomena. SPE Journal, 2013, 18, 319-330. 1.7 51

4637 Relationship between Recrystallization Rate of Ice Crystals in Frozen Food and Mobility of Water
Molecules. Journal of the Japanese Society for Food Science and Technology, 2013, 60, 450-455. 0.1 2

4638 Characterization of three cinnamyl alcohol dehydrogenases from Carthamus tinctorius. Plant
Biotechnology, 2013, 30, 315-326. 0.5 3

4639 Activation Energy Calculations for FormamideTiO2 and FormamidePt Interactions in the Presence of
Water. The Open Biochemistry Journal, 2013, 7, 33-43. 0.3 2

4640 Hydrogen Bond Strengths in Phosphorylated and Sulfated Amino Acid Residues. PLoS ONE, 2013, 8,
e57804. 1.1 24

4641 Electric Field-Driven Water Dipoles: Nanoscale Architecture of Electroporation. PLoS ONE, 2013, 8,
e61111. 1.1 83

4642 Molecular Dynamics Simulations of Water/Mucus Partition Coefficients for Feeding Stimulants in
Fish and the Implications for Olfaction. PLoS ONE, 2013, 8, e72271. 1.1 6

4643 Evolutionary Relationship and Structural Characterization of the EPF/EPFL Gene Family. PLoS ONE,
2013, 8, e65183. 1.1 36

4644 The Radial Distribution Functions of Water as Derived from Radiation Total Scattering Experiments: Is
There Anything We Can Say for Sure?. , 2013, 2013, 1-67. 208

4645 Ion Pairing Kinetics Does not Necessarily Follow the Eigen-Tamm Mechanism. Chinese Journal of
Chemical Physics, 2013, 26, 694-700. 0.6 2

4647 6. Molecular Simulation of C0<sub>2</sub>- and C0<sub>3</sub>-Brine-Mineral Systems. , 2013, ,
189-228. 0

4648 10. Acid Gases in C0<sub>2</sub>-rich Subsurface Geologic Environments. , 2013, , 361-398. 2

4649 Large-scale Molecular Dynamics Simulations for Analyses of Transport Phenomena in Polymer
Electrolyte Fuel Cell. Journal of Computer Chemistry Japan, 2013, 12, 8-15. 0.0 1

4650 Atomic Model and Micelle Dynamics of QS-21 Saponin. Molecules, 2014, 19, 3744-3760. 1.7 21

4651 Active-State Model of a Dopamine D2 Receptor - GÎ±i Complex Stabilized by Aripiprazole-Type Partial
Agonists. PLoS ONE, 2014, 9, e100069. 1.1 29

4652 Effects of Water Models on Binding Affinity: Evidence from All-Atom Simulation of Binding of Tamiflu
to A/H5N1 Neuraminidase. Scientific World Journal, The, 2014, 2014, 1-14. 0.8 42

4653 Interparticle interactions between water molecules. Frontiers in Physics, 2014, 2, . 1.0 3



252

Citation Report

# Article IF Citations

4654 Conformational Characterization of Ipomotaosides and Their Recognition by COX-1 and 2. Molecules,
2014, 19, 5421-5433. 1.7 5

4655 Molecular Dynamics Simulation of Proteins: A Brief Overview. , 2014, 4, . 23

4656 Flotation chemistry of soluble salt minerals: from ion hydration to colloid adsorption. Mining,
Metallurgy and Exploration, 2014, 31, 1-20. 0.4 7

4658 Analyzing ion distributions around DNA. Nucleic Acids Research, 2014, 42, 8138-8149. 6.5 95

4659 Molecular Dynamics Simulations of Peptides at the Airâ€“Water Interface: Influencing Factors on
Peptide-Templated Mineralization. Langmuir, 2014, 30, 15486-15495. 1.6 17

4660 Computational studies of adsorption in metal organic frameworks and interaction of nanoparticles
in condensed phases. Molecular Simulation, 2014, 40, 571-584. 0.9 21

4661 Î¼ABC: a systematic microsecond molecular dynamics study of tetranucleotide sequence effects in
B-DNA. Nucleic Acids Research, 2014, 42, 12272-12283. 6.5 186

4662 Effects of co-solutes on the hydrogen bonding structure and dynamics in aqueous N-methylacetamide
solution: a molecular dynamics simulations study. Molecular Physics, 2014, 112, 2906-2919. 0.8 30

4663 MOLECULAR CHARACTERISTICS OF DISSOCIATED WATER WITH MEMORY EFFECT FROM METHANE HYDRATES.
International Journal of Modern Physics B, 2014, 28, 1450062. 1.0 26

4665 Molecular dynamics simulation on the interfacial features of supercritical 1-butene/subcritical
water. Journal of Theoretical and Computational Chemistry, 2014, 13, 1450066. 1.8 1

4666
Sensitivity of polarization fluctuations to the nature of protein-water interactions: Study of
biological water in four different protein-water systems. Journal of Chemical Physics, 2014, 141,
22D531.

1.2 23

4667 The molecular charge distribution, the hydration shell, and the unique properties of liquid water.
Journal of Chemical Physics, 2014, 141, 244504. 1.2 11

4668 A new and effective method for thermostatting confined fluids. Journal of Chemical Physics, 2014, 140,
054502. 1.2 19

4669 Modelling infrared action spectra of protonated water clusters. Molecular Simulation, 2014, 40,
176-184. 0.9 8

4671 Simulating ion clustering in potassium thiocyanate aqueous solutions with various ion-water
models. Science China Chemistry, 2014, 57, 1723-1730. 4.2 2

4672 Continuum simulations of water flow in carbon nanotube membranes. New Journal of Physics, 2014,
16, 082001. 1.2 23

4673 Evaluation of the protein interfaces that form an intermolecular four-helix bundle as studied by
computer simulation. Molecular Simulation, 2014, 40, 498-503. 0.9 3

4674 Dissecting ion-specific dielectric spectra of sodium-halide solutions into solvation water and ionic
contributions. Journal of Chemical Physics, 2014, 141, 214502. 1.2 41



253

Citation Report

# Article IF Citations

4675 Molecular dynamics simulation study for diffusion of Na<sup>+</sup>ion in water-filled carbon
nanotubes at 25Â°C. Molecular Simulation, 2014, 40, 335-340. 0.9 4

4676 Cation effect in the ionic solution optical Kerr effect measurements: A simulation study. Journal of
Chemical Physics, 2014, 140, 054507. 1.2 9

4677 Molecular Dynamics of the Transport of Ions in a Synthetic Channel. , 0, 1, 77-95. 3

4678
Role of Electrostatic Interactions in Binding of Peptides and Intrinsically Disordered Proteins to
Their Folded Targets. 1. NMR and MD Characterization of the Complex between the c-Crk N-SH3 Domain
and the Peptide Sos. Biochemistry, 2014, 53, 6473-6495.

1.2 46

4679 Quantitatively Characterizing the Ligand Binding Mechanisms of Choline Binding Protein Using
Markov State Model Analysis. PLoS Computational Biology, 2014, 10, e1003767. 1.5 69

4680 Conserved structure and domain organization among bacterial Slc26 transporters. Biochemical
Journal, 2014, 463, 297-307. 1.7 25

4681 Triplex intermediates in folding of human telomeric quadruplexes probed by microsecond-scale
molecular dynamics simulations. Biochimie, 2014, 105, 22-35. 1.3 72

4682 On the absence of intrahelical DNA dynamics on the Î¼s to ms timescale. Nature Communications, 2014, 5,
5152. 5.8 70

4683 Structural Insights into E. coli Porphobilinogen Deaminase during Synthesis and Exit of
1-Hydroxymethylbilane. PLoS Computational Biology, 2014, 10, e1003484. 1.5 12

4684 17. Theoretical Approaches to Structure and Spectroscopy of Earth Materials. , 2014, , 691-744. 1

4685 Detachment of semiflexible polymer chains from a substrate: A molecular dynamics investigation.
Journal of Chemical Physics, 2014, 141, 214902. 1.2 5

4686 Bombardment of gas molecules on single graphene layer at high temperature. , 2014, , . 0

4687 Molecular dispersion energy parameters for alkali and halide ions in aqueous solution. Journal of
Chemical Physics, 2014, 140, 044504. 1.2 36

4688 Symmetry-preserving mean field theory for electrostatics at interfaces. Chemical Communications,
2014, 50, 14397-14400. 2.2 21

4689 Effects of excluded volume and correlated molecular orientations on FÃ¶rster resonance energy
transfer in liquid water. Journal of Chemical Physics, 2014, 140, 144508. 1.2 2

4690 Impact of surface nanostructure on ice nucleation. Journal of Chemical Physics, 2014, 141, 124709. 1.2 47

4691
Hydrophobic hydration driven self-assembly of curcumin in water: Similarities to nucleation and
growth under large metastability, and an analysis of water dynamics at heterogeneous surfaces.
Journal of Chemical Physics, 2014, 141, 18C501.

1.2 40

4692 Ion transport in sub-5-nm graphene nanopores. Journal of Chemical Physics, 2014, 140, 084707. 1.2 95



254

Citation Report

# Article IF Citations

4693 Multidimensional free energy surface of unfolding of HP-36: Microscopic origin of ruggedness.
Journal of Chemical Physics, 2014, 141, 135101. 1.2 13

4694 Ion-Specific Solvation Water Dynamics: Single Water versus Collective Water Effects. Journal of
Physical Chemistry A, 2014, 118, 11667-11677. 1.1 37

4695 Static and dynamic length scales in supercooled liquids: Insights from molecular dynamics
simulations of water and tri-propylene oxide. Journal of Chemical Physics, 2014, 140, 144501. 1.2 29

4696 Transport behavior of water molecules through two-dimensional nanopores. Journal of Chemical
Physics, 2014, 141, 18C528. 1.2 48

4697 Isolating the non-polar contributions to the intermolecular potential for water-alkane interactions.
Journal of Chemical Physics, 2014, 141, 064905. 1.2 26

4698 Wetting transparency of graphene in water. Journal of Chemical Physics, 2014, 141, 18C517. 1.2 58

4699 Efficient implementation of the three-dimensional reference interaction site model method in the
fragment molecular orbital method. Journal of Chemical Physics, 2014, 140, 214118. 1.2 27

4700 Microscopic mechanism for the effect of adding salt on electrospinning by molecular dynamics
simulations. Applied Physics Letters, 2014, 105, . 1.5 29

4701 Nanoconfined water under electric field at constant chemical potential undergoes electrostriction.
Journal of Chemical Physics, 2014, 140, 074710. 1.2 26

4702 Pairing preferences of the model mono-valence mono-atomic ions investigated by molecular
simulation. Journal of Chemical Physics, 2014, 140, 184504. 1.2 10

4703 Electrostatic contribution from solvent in modulating single-walled carbon nanotube association.
Journal of Chemical Physics, 2014, 141, 114906. 1.2 2

4704 Ultrafast pump-probe and 2DIR anisotropy and temperature-dependent dynamics of liquid water within
the E3B model. Journal of Chemical Physics, 2014, 141, 024509. 1.2 16

4705 A simple grand canonical approach to compute the vapor pressure of bulk and finite size systems.
Journal of Chemical Physics, 2014, 140, 064111. 1.2 25

4706 Accelerated weight histogram method for exploring free energy landscapes. Journal of Chemical
Physics, 2014, 141, 044110. 1.2 63

4707 Fluid interfacial nanoroughness measurement through the morphological characteristics of
graphene. Biomicrofluidics, 2014, 8, 052113. 1.2 7

4708 Polarizability anisotropy relaxation in nanoconfinement: Molecular simulation study of water in
cylindrical silica pores. Journal of Chemical Physics, 2014, 141, 18C513. 1.2 13

4709 Coarse graining the dynamics of nano-confined solutes: the case of ions in clays. Molecular
Simulation, 2014, 40, 237-244. 0.9 15

4710
Hydrogen bonded structure, polarity, molecular motion and frequency fluctuations at liquid-vapor
interface of a water-methanol mixture: An ab initio molecular dynamics study. Journal of Chemical
Physics, 2014, 141, 134703.

1.2 10



255

Citation Report

# Article IF Citations

4711 Calcium Binding to Calmodulin by Molecular Dynamics with Effective Polarization. Journal of
Physical Chemistry Letters, 2014, 5, 3964-3969. 2.1 60

4712 A matter of quantum voltages. Journal of Chemical Physics, 2014, 141, 18C534. 1.2 17

4713 Effect of molecular structure on fluid transport through carbon nanotubes. Molecular Physics,
2014, 112, 2658-2664. 0.8 1

4714
Computation of the free energy due to electron density fluctuation of a solute in solution: A QM/MM
method with perturbation approach combined with a theory of solutions. Journal of Chemical
Physics, 2014, 140, 134111.

1.2 8

4715 Universal tight binding model for chemical reactions in solution and at surfaces. II. Water. Journal of
Chemical Physics, 2014, 141, 044504. 1.2 5

4716 Solvation of Coumarin 480 within nano-confining environments: Structure and dynamics. Journal of
Chemical Physics, 2014, 140, 034702. 1.2 3

4717 Aqueous solutions of tetraalkylammonium halides: ion hydration, dynamics and ionâ€“ion interactions
in light of steric effects. Physical Chemistry Chemical Physics, 2014, 16, 13447-13457. 1.3 46

4718 Theoretical vibrational sum-frequency generation spectroscopy of water near lipid and surfactant
monolayer interfaces. II. Two-dimensional spectra. Journal of Chemical Physics, 2014, 141, 22D505. 1.2 34

4719 Hydrostatic pressure effect on hydrophobic hydration and pairwise hydrophobic interaction of
methane. Journal of Chemical Physics, 2014, 140, 094503. 1.2 16

4720 Rationalization of Reduced Penetration of Drugs through Ceramide Gel Phase Membrane. Langmuir,
2014, 30, 13942-13948. 1.6 28

4721 Theoretical characterization of the â€œridgeâ€• in the supercritical region in the fluid phase diagram of
water. Journal of Chemical Physics, 2014, 140, 104511. 1.2 19

4722 Mechanism of oil detachment from hybrid hydrophobic and hydrophilic surface in aqueous solution.
Journal of Chemical Physics, 2014, 140, 164702. 1.2 33

4723 Origin of Current Blockades in Nanopore Translocation Experiments. Physical Review Letters, 2014,
112, 018101. 2.9 51

4724 Putting Water on a Lattice: The Importance of Long Wavelength Density Fluctuations in Theories of
Hydrophobic and Interfacial Phenomena. Physical Review Letters, 2014, 112, 020603. 2.9 29

4725 Communication: Kinetic and pairing contributions in the dielectric spectra of electrolyte solutions.
Journal of Chemical Physics, 2014, 140, 211101. 1.2 25

4726 Design of a reaction field using a linearâ€•combinationâ€•based isotropic periodic sum method. Journal of
Computational Chemistry, 2014, 35, 865-875. 1.5 10

4727 Calibration of forcefields for molecular simulation: Sequential design of computer experiments for
building costâ€•efficient kriging metamodels. Journal of Computational Chemistry, 2014, 35, 130-149. 1.5 24

4728 Triplet correlation functions in liquid water. Journal of Chemical Physics, 2014, 141, 174504. 1.2 25



256

Citation Report

# Article IF Citations

4729 Mesoscale properties of clay aggregates from potential of mean force representation of interactions
between nanoplatelets. Journal of Chemical Physics, 2014, 140, . 1.2 73

4730 Electrophoretic mobilities of neutral analytes and electroosmotic flow markers in aqueous
solutions of <scp>H</scp>ofmeister salts. Electrophoresis, 2014, 35, 617-624. 1.3 9

4731 Electrostatics of proteins in dielectric solvent continua. II. Hamiltonian reaction field dynamics.
Journal of Chemical Physics, 2014, 140, 104103. 1.2 9

4732
Benchmarking the performance of density functional theory and point charge force fields in their
description of sI methane hydrate against diffusion Monte Carlo. Journal of Chemical Physics, 2014,
140, 174703.

1.2 41

4733 Diffusive and quantum effects of water properties in different states of matter. Journal of Chemical
Physics, 2014, 141, 044502. 1.2 5

4734 Structure and aggregation in model tetramethylurea solutions. Journal of Chemical Physics, 2014, 141,
064502. 1.2 14

4735 Molecular dynamics simulations of wetting behavior of water droplets on polytetrafluorethylene
surfaces. Journal of Chemical Physics, 2014, 140, 114704. 1.2 40

4736 Neutron diffraction study of aqueous Laponite suspensions at the NIMROD diffractometer. Physical
Review E, 2014, 90, 032301. 0.8 7

4737 The Treatment of Solvent in Multiscale Biophysical Modeling. Israel Journal of Chemistry, 2014, 54,
1074-1083. 1.0 8

4738 Theoretical investigations on C<sub>60</sub>â€“ionic liquid interactions and their impacts on
C<sub>60</sub> dispersion behavior. Environmental Toxicology and Chemistry, 2014, 33, 1802-1808. 2.2 12

4739 Theoretical study of hydrogen storage in binary hydrogen-methane clathrate hydrates. Journal of
Renewable and Sustainable Energy, 2014, 6, . 0.8 23

4740 Applications of the Cross-Entropy Method to Importance Sampling and Optimal Control of Diffusions.
SIAM Journal of Scientific Computing, 2014, 36, A2654-A2672. 1.3 39

4741
UO<sub>2</sub><sup>2+</sup> Uptake by Proteins: Understanding the Binding Features of the Super
Uranyl Binding Protein and Design of a Protein with Higher Affinity. Journal of the American Chemical
Society, 2014, 136, 17484-17494.

6.6 74

4742 Molecular dynamics simulations of the nucleation of water: Determining the sticking probability and
formation energy of a cluster. Journal of Chemical Physics, 2014, 140, 114302. 1.2 33

4743 Polarizable molecular interactions in condensed phase and their equivalent nonpolarizable models.
Journal of Chemical Physics, 2014, 141, 014103. 1.2 73

4744 Extension and evaluation of the multilevel summation method for fast long-range electrostatics
calculations. Journal of Chemical Physics, 2014, 140, 234112. 1.2 8

4745
Ion hydration and hydrogen bond structure in NaCl solutions at temperatures and pressures for
carbon dioxide sequestration: the effects of solvated CO<sub>2</sub>molecules. Molecular Physics,
2014, 112, 74-84.

0.8 5

4746 A scaled-ionic-charge simulation model that reproduces enhanced and suppressed water diffusion in
aqueous salt solutions. Journal of Chemical Physics, 2014, 141, 104507. 1.2 109



257

Citation Report

# Article IF Citations

4747 Probing the electronic structure of liquid water with many-body perturbation theory. Physical
Review B, 2014, 89, . 1.1 61

4748
Specific potassium ion interactions facilitate homocysteine binding to
betaine-homocysteine<i>S</i>-methyltransferase. Proteins: Structure, Function and Bioinformatics,
2014, 82, 2552-2564.

1.5 10

4749 Anomalous properties of water predicted by the BK3 model. Journal of Chemical Physics, 2014, 140, . 1.2 23

4750 Binding, Structure, and Dynamics of Hydrophobic Polymers near Patterned Self-Assembled Monolayer
Surfaces. Langmuir, 2014, 30, 14204-14211. 1.6 1

4751 Efficient Handling of Gaussian Charge Distributions: An Application to Polarizable Molecular Models.
Journal of Chemical Theory and Computation, 2014, 10, 5513-5519. 2.3 33

4752 Surface Adsorption in Nonpolarizable Atomic Models. Journal of Chemical Theory and Computation,
2014, 10, 5616-5624. 2.3 4

4753 Dipolar correlations in liquid water. Journal of Chemical Physics, 2014, 141, 084504. 1.2 33

4754 Effects of ions on the diffusion coefficient of water in carbon nanotubes. Journal of Applied Physics,
2014, 116, . 1.1 18

4755 Electrostatics of proteins in dielectric solvent continua. I. An accurate and efficient reaction field
description. Journal of Chemical Physics, 2014, 140, 104102. 1.2 6

4756 Existence of a liquid-liquid phase transition in methanol. Physical Review E, 2014, 90, 062306. 0.8 19

4757 The effect of counter-ions on the ion selectivity of potassium and sodium ions in nanopores.
Bio-Medical Materials and Engineering, 2014, 24, 383-390. 0.4 5

4758 Preferential solvation and association constants of 2-<i>exo</i>and 2-<i>endo</i>norbornyl
chlorides in waterâ€“acetone mixtures. Molecular Simulation, 2014, 40, 987-995. 0.9 4

4759 Ab Initio H<sub>2</sub>O in Realistic Hydrophilic Confinement. ChemPhysChem, 2014, 15, 3955-3962. 1.0 21

4760 A comparative study of the adsorption of water and methanol in zeolite BEA: a molecular simulation
study. Molecular Simulation, 2014, 40, 1113-1124. 0.9 11

4761 Influence of combining rules on the cavity occupancy of clathrate hydrates by Monte Carlo
simulations. Molecular Physics, 2014, 112, 2258-2274. 0.8 32

4762 A Molecular Dynamics Study on Heat Transfer Characteristics Over the Interface of Self-Assembled
Monolayer and Water Solvent. Journal of Heat Transfer, 2014, 136, . 1.2 19

4763 Comparative assessment of the ELBA coarse-grained model for water. Molecular Physics, 2014, 112,
1566-1576. 0.8 82

4764 Molecular Dynamics Study of Aqueous NaCl Solutions: Flash Crystallization Caused by Solution
Phase Change. Journal of Solution Chemistry, 2014, 43, 1799-1809. 0.6 4



258

Citation Report

# Article IF Citations

4765 Water transport control in carbon nanotube arrays. Nanoscale Research Letters, 2014, 9, 559. 3.1 69

4766 Mathematical and computational modeling in biology at multiple scales. Theoretical Biology and
Medical Modelling, 2014, 11, 52. 2.1 12

4767 Direct computation of parameters for accurate polarizable force fields. Journal of Chemical Physics,
2014, 141, 194114. 1.2 28

4768 Molecular simulation of thermodynamic and transport properties for the H2O+NaCl system. Journal
of Chemical Physics, 2014, 141, 234507. 1.2 63

4769 Binding of an RNA aptamer and a partial peptide of a prion protein: crucial importance of water
entropy in molecular recognition. Nucleic Acids Research, 2014, 42, 6861-6875. 6.5 68

4770
An <i>ab initio</i> molecular dynamics study of the liquid-vapor interface of an aqueous NaCl
solution: Inhomogeneous density, polarity, hydrogen bonds, and frequency fluctuations of
interfacial molecules. Journal of Chemical Physics, 2014, 141, 194705.

1.2 10

4771
Computational analysis of amino acids and their sidechain analogs in crowded solutions of RNA
nucleobases with implications for the mRNAâ€“protein complementarity hypothesis. Nucleic Acids
Research, 2014, 42, 12984-12994.

6.5 19

4772 On the Transferability of Three Water Models Developed by Adaptive Force Matching. Annual Reports
in Computational Chemistry, 2014, 10, 25-43. 0.9 9

4773 The solvation and ion condensation properties for sulfonated polyelectrolytes in different
solventsâ€”a computational study. New Journal of Physics, 2014, 16, 025001. 1.2 40

4774
Identification of Potential Herbal Inhibitor of Acetylcholinesterase Associated Alzheimerâ€™s Disorders
Using Molecular Docking and Molecular Dynamics Simulation. Biochemistry Research International,
2014, 2014, 1-7.

1.5 30

4775 Local Order in the Unfolded State: Conformational Biases and Nearest Neighbor Interactions.
Biomolecules, 2014, 4, 725-773. 1.8 54

4776 Modeling Potential Energy Surfaces: From First-Principle Approaches to Empirical Force Fields.
Entropy, 2014, 16, 322-349. 1.1 7

4777 Ligand binding to <scp>WW</scp> tandem domains of <scp>YAP</scp>2 transcriptional regulator is
under negative cooperativity. FEBS Journal, 2014, 281, 5532-5551. 2.2 16

4778 Structural glycobiology of heparin dynamics on the exosite 2 of coagulation cascade proteases:
Implications for glycosaminoglycans antithrombotic activity. Glycobiology, 2014, 24, 97-105. 1.3 13

4779 Insilico modeling and molecular dynamic simulation of claudin-1 point mutations in HCV infection.
Journal of Biomolecular Structure and Dynamics, 2014, 32, 1443-1455. 2.0 3

4780
The characterization and comparison of amyloidogenic segments and non-amyloidogenic segments
shed light on amyloid formation. Biochemical and Biophysical Research Communications, 2014, 447,
255-262.

1.0 5

4781 Temperature dependence of thermal resistance at the water/silicon interface. International Journal of
Thermal Sciences, 2014, 77, 47-54. 2.6 89

4782 Multiscale modeling and simulation of dynamic wetting. Computer Methods in Applied Mechanics and
Engineering, 2014, 273, 273-302. 3.4 15



259

Citation Report

# Article IF Citations

4783 Molecular dynamics simulation and analysis of interfacial water at selected sulfide mineral surfaces
under anaerobic conditions. International Journal of Mineral Processing, 2014, 128, 55-67. 2.6 49

4784 Protein stabilization and counteraction of denaturing effect of urea by glycine betaine. Biophysical
Chemistry, 2014, 189, 16-24. 1.5 29

4785 Hydration repulsion between membranes and polar surfaces: Simulation approaches versus
continuum theories. Advances in Colloid and Interface Science, 2014, 208, 142-152. 7.0 42

4786 Wetting transition of nanodroplets of water on textured surfaces: a molecular dynamics study.
Molecular Simulation, 2014, 40, 458-468. 0.9 63

4787 Structural glycobiology of heparinase II from<i>Pedobacter heparinus</i>. Journal of Biomolecular
Structure and Dynamics, 2014, 32, 1092-1102. 2.0 8

4788 Classical Electrostatics for Biomolecular Simulations. Chemical Reviews, 2014, 114, 779-814. 23.0 229

4789 The pH dependence of flavivirus envelope protein structure: insights from molecular dynamics
simulations. Journal of Biomolecular Structure and Dynamics, 2014, 32, 1563-1574. 2.0 17

4790 A computational study of the suppression of ammonia volatility in aqueous systems using ionic
additives. Structural Chemistry, 2014, 25, 159-168. 1.0 7

4791 Hydrogen bonding in water nanoconfined between graphene surfaces: a molecular dynamics
simulation study. Journal of Nanoparticle Research, 2014, 16, 1. 0.8 26

4792 Electric dipole moments of the fluorescent probes Prodan and Laurdan: experimental and theoretical
evaluations. Biophysical Reviews, 2014, 6, 63-74. 1.5 24

4793 Brownian motion-induced water slip inside carbon nanotubes. Microfluidics and Nanofluidics, 2014,
16, 305-313. 1.0 4

4794 Topology and hydrogen connectivity in supercritical water. Physics of the Solid State, 2014, 56, 117-119. 0.2 3

4795 Effect of surface properties of calcium carbonate on aggregation process investigated by molecular
dynamics simulation. Journal of Materials Science, 2014, 49, 1724-1733. 1.7 14

4796 Interactions between clay portions with various contacts and subjected to specific environmental
conditions. Applied Surface Science, 2014, 292, 311-318. 3.1 7

4797 Tetrahedrality and structural order for hydrophobic interactions in a coarse-grained water model.
Physical Review E, 2014, 89, 022140. 0.8 20

4798 Update to the General Amber Force Field for Small Solutes with an Emphasis on Free Energies of
Hydration. Journal of Physical Chemistry B, 2014, 118, 3793-3804. 1.2 47

4799 Particle self-assembly at ionic liquid-based interfaces. Advances in Colloid and Interface Science, 2014,
206, 92-105. 7.0 27

4800 Scaling behaviour for the water transport in nanoconfined geometries. Nature Communications,
2014, 5, 4565. 5.8 122



260

Citation Report

# Article IF Citations

4801 Mitigating impact/blast energy via a novel nanofluidic energy capture mechanism. Journal of the
Mechanics and Physics of Solids, 2014, 62, 194-208. 2.3 43

4802 Precise and Ultrafast Molecular Sieving Through Graphene Oxide Membranes. Science, 2014, 343,
752-754. 6.0 2,060

4803 Molecular dynamics simulations of Kapitza length for argon-silicon and water-silicon interfaces.
International Journal of Precision Engineering and Manufacturing, 2014, 15, 323-329. 1.1 45

4804 Water-mediated potassium acetate intercalation in kaolinite as revealed by molecular simulation.
Journal of Molecular Modeling, 2014, 20, 2140. 0.8 11

4805 Theoretical Considerations and Computational Tools. Advances in Experimental Medicine and Biology,
2014, 794, 69-93. 0.8 0

4806 Properties of LiOH and LiCl at sub and supercritical water conditions. Journal of Molecular Liquids,
2014, 190, 30-33. 2.3 6

4807 Specific loop modifications of the thrombinâ€•binding aptamer trigger the formation of parallel
structures. FEBS Journal, 2014, 281, 1085-1099. 2.2 25

4808 Pressure-induced transformations in amorphous silicon: A computational study. Journal of Applied
Physics, 2014, 115, 063504. 1.1 2

4809 Efficient classical density-functional theories of rigid-molecular fluids and a simplified free energy
functional for liquid water. Computer Physics Communications, 2014, 185, 818-825. 3.0 35

4810 Crystallographic analysis of Neisseria meningitidis PorB extracellular loops potentially implicated in
TLR2 recognition. Journal of Structural Biology, 2014, 185, 440-447. 1.3 32

4811 Explicit proton transfer in classical molecular dynamics simulations. Journal of Computational
Chemistry, 2014, 35, 657-671. 1.5 37

4812 Effects of methanol on the hydrogen bonding structure and dynamics in aqueous N-methylacetamide
solution. Journal of Molecular Liquids, 2014, 194, 141-148. 2.3 31

4813
Combined molecular docking, molecular dynamics simulation and quantitative structureâ€“activity
relationship study of pyrimido[1,2-c][1,3]benzothiazin-6-imine derivatives as potent anti-HIV drugs.
Journal of Molecular Structure, 2014, 1067, 1-13.

1.8 7

4814 Classical density functional calculation of radial distribution functions of liquid water. Chemical
Physics, 2014, 430, 18-22. 0.9 6

4815 Linear Absorption and Two-Dimensional Infrared Spectra of <i>N</i>-Methylacetamide in Chloroform
Revisited: Polarizability and Multipole Effects. Journal of Physical Chemistry B, 2014, 118, 8162-8169. 1.2 31

4816 Molecular Dynamics Simulations and Principal Component Analysis on Human Laforin Mutation W32G
and W32G/K87A. Protein Journal, 2014, 33, 289-295. 0.7 38

4817 Molecular dynamics simulation on evaporation of water and aqueous droplets in the presence of
electric field. International Journal of Heat and Mass Transfer, 2014, 73, 533-541. 2.5 77

4818 Molecular dynamics study on the wettability of a hydrophobic surface textured with nanoscale
pillars. Physical Chemistry Chemical Physics, 2014, 16, 5613. 1.3 26



261

Citation Report

# Article IF Citations

4819
The addition of 2,2,2â€•trifluoroethanol prevents the aggregation of guanidinium around protein and
impairs its denaturation ability: A molecular dynamics simulation study. Proteins: Structure, Function
and Bioinformatics, 2014, 82, 944-953.

1.5 10

4820 Displacements, Mean-Squared Displacements, and Codisplacements for the Calculation of
Nonequilibrium Properties. Journal of Physical Chemistry B, 2014, 118, 8170-8178. 1.2 21

4821 A recipe for free-energy functionals of polarizable molecular fluids. Journal of Chemical Physics,
2014, 140, 144504. 1.2 24

4822 Thermodynamic properties and diffusion of water + methane binary mixtures. Journal of Chemical
Physics, 2014, 140, 104505. 1.2 22

4823 Functionally Selective Dopamine D<sub>2</sub>, D<sub>3</sub> Receptor Partial Agonists. Journal of
Medicinal Chemistry, 2014, 57, 4861-4875. 2.9 76

4824 Aqueous solutions: state of the art in <i>ab initio</i> molecular dynamics. Philosophical
Transactions Series A, Mathematical, Physical, and Engineering Sciences, 2014, 372, 20120482. 1.6 121

4825 NMR relaxation parameters from molecular simulations of hydrated inorganic nanopores.
International Journal of Quantum Chemistry, 2014, 114, 1220-1228. 1.0 7

4826 Advanced Potential Energy Surfaces for Condensed Phase Simulation. Annual Review of Physical
Chemistry, 2014, 65, 149-174. 4.8 58

4827 Practical Aspects of Free-Energy Calculations: A Review. Journal of Chemical Theory and Computation,
2014, 10, 2632-2647. 2.3 332

4829
Molecular dynamics study of the structure of an oppositely charged polyelectrolyte and an ionic
surfactant at the air/water interface. Colloids and Surfaces A: Physicochemical and Engineering
Aspects, 2014, 454, 104-112.

2.3 22

4830 Ion Transport through a Waterâ€“Organic Solvent Liquidâ€“Liquid Interface: A Simulation Study. Journal
of Physical Chemistry B, 2014, 118, 5957-5970. 1.2 14

4831 Molecular dynamics simulation of adsorption of pyreneâ€“polyethylene glycol onto graphene. Journal
of Colloid and Interface Science, 2014, 418, 66-73. 5.0 49

4832 Transport and dielectric properties of water and the influence of coarse-graining: Comparing BMW,
SPC/E, and TIP3P models. Journal of Chemical Physics, 2014, 140, 064107. 1.2 55

4833 Molecular dynamics study of saltâ€“solution interface: Solubility and surface charge of salt in water.
Journal of Chemical Physics, 2014, 140, 144705. 1.2 50

4834 Supramolecular Polymorphism: Tunable Electronic Interactions within Ï€-Conjugated Peptide
Nanostructures Dictated by Primary Amino Acid Sequence. Langmuir, 2014, 30, 5946-5956. 1.6 62

4835 Reactive molecular dynamics simulations of oxygen species in a liquid water layer of interest for
plasma medicine. Journal Physics D: Applied Physics, 2014, 47, 025205. 1.3 97

4836 Flexible Gates Generate Occluded Intermediates in the Transport Cycle of LacY. Journal of Molecular
Biology, 2014, 426, 735-751. 2.0 70

4837 Do ions affect the structure of water? The case of potassium halides. Journal of Molecular Liquids,
2014, 189, 52-56. 2.3 31



262

Citation Report

# Article IF Citations

4838 Ionic solvation and association in LiCl aqueous solution: a density functional theory, polarised
continuum model and molecular dynamics investigation. Molecular Physics, 2014, 112, 1710-1723. 0.8 19

4839 Structure-based screening of inhibitors against KPC-2: designing potential drug candidates against
multidrug-resistant bacteria. Journal of Biomolecular Structure and Dynamics, 2014, 32, 741-750. 2.0 23

4840 Molecular Dynamics Studies of the Proteinâ€“Protein Interactions in Inhibitor of ÎºB Kinase-Î². Journal of
Chemical Information and Modeling, 2014, 54, 562-572. 2.5 13

4841 Classical simulation of acid and base dissociation constants in supercritical water at constant
density. Journal of Supercritical Fluids, 2014, 86, 145-149. 1.6 2

4842 Molecular basis of the binding of YAP transcriptional regulator to the ErbB4 receptor tyrosine
kinase. Biochimie, 2014, 101, 192-202. 1.3 16

4843 In silico profiling and structural insights of missense mutations in RET protein kinase domain by
molecular dynamics and docking approach. Molecular BioSystems, 2014, 10, 421-436. 2.9 25

4844 Taking into Account the Ion-Induced Dipole Interaction in the Nonbonded Model of Ions. Journal of
Chemical Theory and Computation, 2014, 10, 289-297. 2.3 305

4845 Osmolyte Effects: Impact on the Aqueous Solution around Charged and Neutral Spheres. Journal of
Physical Chemistry B, 2014, 118, 771-782. 1.2 65

4846 Upright or Flat Orientations of the Ethanol Molecules on a Surface with Charge Dipoles and the
Implication for Wetting Behavior. Journal of Physical Chemistry C, 2014, 118, 1873-1878. 1.5 15

4847 Interaction of a calix[4]arene derivative with a DOPC bilayer: Biomolecular simulations towards
chloride transport. Biochimica Et Biophysica Acta - Biomembranes, 2014, 1838, 890-901. 1.4 12

4848 Structureâ€“function studies on jaburetox, a recombinant insecticidal peptide derived from jack bean
(Canavalia ensiformis) urease. Biochimica Et Biophysica Acta - General Subjects, 2014, 1840, 935-944. 1.1 48

4849 Attraction between hydrated hydrophilic surfaces. Chemical Physics Letters, 2014, 610-611, 375-380. 1.2 35

4850 Validation of the CO<sub>2</sub>/N<sub>2</sub>O Analogy Using Molecular Simulation. Industrial
&amp; Engineering Chemistry Research, 2014, 53, 18081-18090. 1.8 28

4851 Chiral recognition of Propranolol enantiomers by Î²-Cyclodextrin: Quantum chemical calculation and
molecular dynamics simulation studies. Chemical Physics, 2014, 445, 5-13. 0.9 17

4852 Extraction of siteâ€“site bridge functions and effective pair potentials from simulations of polar
molecular liquids. Journal of Computational Chemistry, 2014, 35, 1010-1023. 1.5 12

4853
A molecular dynamic model for analyzing concentrations of electrolytes: Fractional molar
dependences of microstructure properties. Russian Journal of Physical Chemistry A, 2014, 88,
2225-2235.

0.1 0

4854
Unveiling the Interplay Between Diffusing CO<sub>2</sub> and Ethanol Molecules in Champagne
Wines by Classical Molecular Dynamics and <sup>13</sup>C NMR Spectroscopy. Journal of Physical
Chemistry Letters, 2014, 5, 4232-4237.

2.1 11

4855 Comparative study of local structure of two cyanobiphenyl liquid crystals by molecular dynamics
method. Journal of Chemical Physics, 2014, 141, 074503. 1.2 13



263

Citation Report

# Article IF Citations

4856 Application of a Spherical Harmonics Expansion Approach for Calculating Ligand Density
Distributions around Proteins. Journal of Physical Chemistry B, 2014, 118, 13066-13076. 1.2 18

4857 Thermal noise in confined fluids. Journal of Chemical Physics, 2014, 141, 174707. 1.2 6

4858 Simulation of high-density water: Its glass transition for various water models. Journal of Chemical
Physics, 2014, 140, 134504. 1.2 5

4859 Unveiling the environment-dependent mechanical properties of porous polypropylene separators.
Polymer, 2014, 55, 6282-6292. 1.8 54

4860
An ab initio molecular dynamics study of the hydrogen bonded structure, dynamics and vibrational
spectral diffusion of water in the ion hydration shell of a superoxide ion. Chemical Physics, 2014, 445,
105-112.

0.9 2

4861 Effects of truncating van der Waals interactions in lipid bilayer simulations. Journal of Chemical
Physics, 2014, 141, 105101. 1.2 20

4862 Designing a Hydrophobic Barrier within Biomimetic Nanopores. ACS Nano, 2014, 8, 11268-11279. 7.3 43

4863 Effects of the translational and rotational degrees of freedom on the hydration of simple solutes.
Journal of Chemical Physics, 2014, 140, 184510. 1.2 12

4864 The molecular structure of the interface between water and a hydrophobic substrate is liquid-vapor
like. Journal of Chemical Physics, 2014, 141, 18C519. 1.2 106

4865 Evaluation of the grand-canonical partition function using expanded Wang-Landau simulations. III.
Impact of combining rules on mixtures properties. Journal of Chemical Physics, 2014, 140, 104109. 1.2 35

4866 Polarizability effects on the structure and dynamics of ionic liquids. Journal of Chemical Physics,
2014, 140, 144108. 1.2 40

4867 Unraveling halide hydration: A high dilution approach. Journal of Chemical Physics, 2014, 141, 044509. 1.2 52

4868 Establishing conditions for simulating hydrophobic solutes in electric fields by molecular dynamics.
Journal of Molecular Modeling, 2014, 20, 2359. 0.8 2

4869 Connecting the Water Phase Diagram to the Metastable Domain: High-Pressure Studies in the
Supercooled Regime. Journal of Physical Chemistry Letters, 2014, 5, 3804-3809. 2.1 20

4870 Molecular Dynamics Simulation on Nucleation of Ammonium Perchlorate from an Aqueous Solution.
Crystal Growth and Design, 2014, 14, 5897-5903. 1.4 18

4871 PITOMBA: Parameter Interface for Oligosaccharide Molecules Based on Atoms. Journal of Chemical
Theory and Computation, 2014, 10, 5068-5080. 2.3 20

4872 Infinitely Dilute Partial Molar Properties of Proteins from Computer Simulation. Journal of Physical
Chemistry B, 2014, 118, 12844-12854. 1.2 11

4873 Water dimer equilibrium constant of saturated vapor. Russian Journal of Physical Chemistry A, 2014,
88, 1287-1292. 0.1 5



264

Citation Report

# Article IF Citations

4874 Solvation of cations in the LiNO3-Ca(NO3)2-H2O system at 25Â°C. A molecular dynamics simulation
study. Russian Journal of Physical Chemistry A, 2014, 88, 1340-1344. 0.1 3

4875 Heat capacity and cluster structure of saturated water vapor. Russian Journal of Physical Chemistry
A, 2014, 88, 1450-1455. 0.1 2

4876 Efficient full Newtonâ€“Raphson technique for the solution of molecular integral equations â€“
example of the SPC/E water-like system. Molecular Physics, 2014, 112, 1246-1256. 0.8 15

4877
Mechanisms of Differential Allosteric Modulation in Homologous Proteins: Insights from the
Analysis of Internal Dynamics and Energetics of PDZ Domains. Journal of Chemical Theory and
Computation, 2014, 10, 5677-5689.

2.3 43

4878 Molecular dynamics simulation of the grapheneâ€“water interface: comparing water models.
Molecular Simulation, 2014, 40, 1190-1200. 0.9 55

4879 Molecular Dynamics Simulation of Protein Crystal with Polarized Protein-Specific Force Field.
Journal of Physical Chemistry B, 2014, 118, 12326-12335. 1.2 8

4880
Fluid phase behavior of ethylene glycol+water mixtures (at operating conditions of the first-stage) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 507 Td (esterification reactors for PET synthesis) by molecular simulations and activity coefficient (Î³â€“Ï†)

method. Journal of Molecular Liquids, 2014, 199, 565-571.
2.3 3

4881
Aggregation Behavior of Trisiloxane-Tailed Surface Active Ionic Liquids in Aqueous Solution:
Coarse-Grained Molecular Dynamics Study. Journal of Dispersion Science and Technology, 2014, 35,
1520-1527.

1.3 8

4882 Molecular dynamics study of coagulation in silica-nanocolloidâ€“waterâ€“NaCl systems based on the
atomistic model. Physical Chemistry Chemical Physics, 2014, 16, 24000-24017. 1.3 11

4883 Effects of the temperature and trehalose concentration on the hydrophobic interactions of a small
nonpolar neopentane solute: a molecular dynamics simulation study. RSC Advances, 2014, 4, 34267. 1.7 10

4884 Structural significance of modified nucleosides k2C and t6A present in the anticodon loop of tRNAIle.
RSC Advances, 2014, 4, 14176. 1.7 11

4885 Model atomistic protrusions favouring the ordering and retention of water. Physical Chemistry
Chemical Physics, 2014, 16, 15856-15865. 1.3 0

4886 Molecular Dynamics of the Proline Switch and Its Role in Crk Signaling. Journal of Physical Chemistry
B, 2014, 118, 4535-4545. 1.2 21

4887 Structure and Dynamics of Carbon Dioxide, Nitrogen, Water, and Their Mixtures in Metal Organic
Frameworks. Journal of Chemical &amp; Engineering Data, 2014, 59, 2973-2981. 1.0 9

4888
Vibrational Lifetimes of Cyanide Ion in Aqueous Solution from Molecular Dynamics Simulations:
Intermolecular vs Intramolecular Accepting Modes. Journal of Physical Chemistry B, 2014, 118,
7395-7404.

1.2 8

4889 Side-Chain Oxysterols Modulate Cholesterol Accessibility through Membrane Remodeling.
Biochemistry, 2014, 53, 3042-3051. 1.2 30

4890 Hydrogen Bonded Networks in Supercritical Water. Journal of Physical Chemistry B, 2014, 118,
11253-11258. 1.2 23

4891
Surface Behavior of Hydrated Guanidinium and Ammonium Ions: A Comparative Study by
Photoelectron Spectroscopy and Molecular Dynamics. Journal of Physical Chemistry B, 2014, 118,
7119-7127.

1.2 27



265

Citation Report

# Article IF Citations

4892 Molecular Dynamics Investigation of the Vibrational Spectroscopy of Isolated Water in an Ionic
Liquid. Journal of Physical Chemistry B, 2014, 118, 8264-8272. 1.2 42

4893 Base Pair Fraying in Molecular Dynamics Simulations of DNA and RNA. Journal of Chemical Theory and
Computation, 2014, 10, 3177-3189. 2.3 135

4894 Structure and Dynamics of Benzyl-NX3 (X = Me, Et) Trifluoromethanesulfonate Ionic Liquids. Journal
of Physical Chemistry B, 2014, 118, 1831-1838. 1.2 6

4895 Local Water Dynamics around Antifreeze Protein Residues in the Presence of Osmolytes: The
Importance of Hydroxyl and Disaccharide Groups. Journal of Physical Chemistry B, 2014, 118, 11613-11621. 1.2 32

4896 On the study of crystal growth via interfacial analysis and string optimization. CrystEngComm, 2014,
16, 6224-6233. 1.3 3

4897 Photo-active and dynamical properties of hematite (Fe2O3)â€“water interfaces: an experimental and
theoretical study. Physical Chemistry Chemical Physics, 2014, 16, 14445. 1.3 26

4898 Balanced Proteinâ€“Water Interactions Improve Properties of Disordered Proteins and Non-Specific
Protein Association. Journal of Chemical Theory and Computation, 2014, 10, 5113-5124. 2.3 564

4899 Effects of surface-active organic matter on carbon dioxide nucleation in atmospheric wet aerosols: a
molecular dynamics study. Physical Chemistry Chemical Physics, 2014, 16, 23723-23734. 1.3 5

4900 Computational electrochemistry: prediction of liquid-phase reduction potentials. Physical Chemistry
Chemical Physics, 2014, 16, 15068-15106. 1.3 407

4901 Zero-point energy effects in anion solvation shells. Physical Chemistry Chemical Physics, 2014, 16, 9154. 1.3 14

4902
Bubble bursting as an aerosol generation mechanism during an oil spill in the deep-sea environment:
molecular dynamics simulations of oil alkanes and dispersants in atmospheric air/salt water
interfaces. Environmental Sciences: Processes and Impacts, 2014, 16, 53-64.

1.7 19

4903 Ion mobility and clustering of sodium hydroxybenzoates in aqueous solutions: a molecular dynamics
simulation study. Physical Chemistry Chemical Physics, 2014, 16, 19314-19326. 1.3 3

4904 On the application of binary correction factors in lattice distortion calculations for methane
clathrate hydrates. Philosophical Magazine, 2014, 94, 974-990. 0.7 6

4905 Origins of the non-exponential reorientation dynamics of nanoconfined water. Journal of Chemical
Physics, 2014, 141, 18C523. 1.2 36

4906
Solvent effects and potential of mean force: a multilayered-representation quantum
mechanical/molecular mechanics study of the CH<sub>3</sub>Br + CN<sup>âˆ’</sup> reaction in
aqueous solution. Physical Chemistry Chemical Physics, 2014, 16, 19993-20000.

1.3 11

4907 Phase transitions of a water overlayer on charged graphene: from electromelting to electrofreezing.
Nanoscale, 2014, 6, 5432. 2.8 35

4908 Graphyne as the membrane for water desalination. Nanoscale, 2014, 6, 1865-1870. 2.8 230

4909 Structure and water exchange of the hydrated thiosulfate ion in aqueous solution using QMCF MD
simulation and large angle X-ray scattering. Dalton Transactions, 2014, 43, 12711-12720. 1.6 9



266

Citation Report

# Article IF Citations

4910 Trehalose facilitates DNA melting: a single-molecule optical tweezers study. Soft Matter, 2014, 10, 7269. 1.2 15

4911 Insights into the adsorption of oxygen and water on low-index Pt surfaces by molecular dynamics
simulations. New Journal of Chemistry, 2014, 38, 683-692. 1.4 6

4912
A multilayered-representation, quantum mechanical/molecular mechanics study of the
CH<sub>3</sub>Cl + F<sup>âˆ’</sup> reaction in aqueous solution: the reaction mechanism, solvent
effects and potential of mean force. Physical Chemistry Chemical Physics, 2014, 16, 7611-7617.

1.3 20

4913 A comparison between QM/MM and QM/QM based fitting of condensed-phase atomic polarizabilities.
Physical Chemistry Chemical Physics, 2014, 16, 17857-17862. 1.3 6

4914 Computer simulations of fibronectin adsorption on hydroxyapatite surfaces. RSC Advances, 2014, 4,
15759. 1.7 49

4915 Thickness-dependent structural and transport behaviors in the platinumâ€“Nafion interface: a
molecular dynamics investigation. RSC Advances, 2014, 4, 44214-44222. 1.7 22

4916 Study on the agonists for the human Toll-like receptor-8 by molecular modeling. Molecular
BioSystems, 2014, 10, 2202. 2.9 4

4917 Stabilization of Ostwald Ripening in Low Molecular Weight Amino Lipid Nanoparticles for Systemic
Delivery of siRNA Therapeutics. Molecular Pharmaceutics, 2014, 11, 4143-4153. 2.3 42

4918 Design of coordination polymers with 4â€²-substituted functionalized terpyridyls in the backbone and
pendent cyclopentadienyliron moieties. Polymer Chemistry, 2014, 5, 3453-3465. 1.9 23

4919 Building Water Models: A Different Approach. Journal of Physical Chemistry Letters, 2014, 5, 3863-3871. 2.1 640

4920 Nuclear Quantum Effects in Water: A Multiscale Study. Journal of Chemical Theory and Computation,
2014, 10, 816-824. 2.3 42

4921 Thermodynamic Description of Hofmeister Effects on the LCST of Thermosensitive Polymers. Journal
of Physical Chemistry B, 2014, 118, 10979-10988. 1.2 93

4922 Dynamics of actinyl ions in water: a molecular dynamics simulation study. Physical Chemistry
Chemical Physics, 2014, 16, 8060-8069. 1.3 33

4923 Hydration of the chloride ion in concentrated aqueous solutions using neutron scattering and
molecular dynamics. Molecular Physics, 2014, 112, 1230-1240. 0.8 48

4924 Ionization of Acids on the Quasi-Liquid Layer of Ice. Journal of Physical Chemistry A, 2014, 118,
5029-5037. 1.1 17

4925 Shape dependence of the radial distribution function of hydration water around proteins. Journal of
Physics Condensed Matter, 2014, 26, 335102. 0.7 8

4926 How the Reorganization Free Energy Affects the Reduction Potential of Structurally Homologous
Cytochromes. Journal of Physical Chemistry Letters, 2014, 5, 1534-1540. 2.1 19

4927 Unusual structural properties of water within the hydration shell of hyperactive antifreeze protein.
Journal of Chemical Physics, 2014, 141, 055103. 1.2 30



267

Citation Report

# Article IF Citations

4928 Atomistic Molecular Dynamics Simulations of CO<sub>2</sub> Diffusivity in H<sub>2</sub>O for a
Wide Range of Temperatures and Pressures. Journal of Physical Chemistry B, 2014, 118, 5532-5541. 1.2 83

4929 Preferential Solvation of Metastable Phases Relevant to Topological Control Within the Synthesis of
Metalâ€“Organic Frameworks. Inorganic Chemistry, 2014, 53, 8930-8940. 1.9 16

4930 Perspectives for hybrid ab initio/molecular mechanical simulations of solutions: from complex
chemistry to proton-transfer reactions and interfaces. Pure and Applied Chemistry, 2014, 86, 105-117. 0.9 30

4931 States of a Water Droplet on Nanostructured Surfaces. Journal of Physical Chemistry C, 2014, 118,
18529-18536. 1.5 43

4932 QM/MM through the 1990s: The First Twenty Years of Method Development and Applications. Israel
Journal of Chemistry, 2014, 54, 1250-1263. 1.0 45

4933 Molecular Dynamics Simulations of Uranyl and Uranyl Carbonate Adsorption at Aluminosilicate
Surfaces. Environmental Science &amp; Technology, 2014, 48, 3899-3907. 4.6 65

4934 Amphiphilic Drug-Like Molecules Accumulate in a Membrane below the Head Group Region. Journal of
Physical Chemistry B, 2014, 118, 1030-1039. 1.2 89

4935 Electrolyte-induced Reorganization of SDS Self-assembly on Graphene: A Molecular Simulation Study.
ACS Applied Materials &amp; Interfaces, 2014, 6, 5789-5797. 4.0 12

4936 Stochastic Dynamics with Correct Sampling for Constrained Systems. Journal of Chemical Theory and
Computation, 2014, 10, 4208-4220. 2.3 9

4937 Small moleculeâ€•mediated control of hydroxyapatite growth: Free energy calculations benchmarked to
density functional theory. Journal of Computational Chemistry, 2014, 35, 70-81. 1.5 42

4938 Benchmarking of Force Fields for Moleculeâ€“Membrane Interactions. Journal of Chemical Theory and
Computation, 2014, 10, 4143-4151. 2.3 73

4939 Effect of water on methane and carbon dioxide sorption in clay minerals by Monte Carlo simulations.
Fluid Phase Equilibria, 2014, 382, 10-20. 1.4 199

4940 Isomorph invariance of the structure and dynamics of classical crystals. Physical Review B, 2014, 90, . 1.1 33

4941 Structural characterization of disease-causing mutations on SAP and the functional impact on the
SLAM peptide: a molecular dynamics approach. Molecular BioSystems, 2014, 10, 1869. 2.9 12

4942 Interfacial Thermodynamics of Water and Six Other Liquid Solvents. Journal of Physical Chemistry B,
2014, 118, 5943-5956. 1.2 32

4943 Development of a highlyâ€•potent antiâ€•angiogenic <scp>VEGF</scp><sub>8â€“109</sub> heterodimer by
directed blocking of its VEGFRâ€•2 binding site. FEBS Journal, 2014, 281, 4479-4494. 2.2 18

4944 Aqueous Cation-Amide Binding: Free Energies and IR Spectral Signatures by Ab Initio Molecular
Dynamics. Journal of Physical Chemistry Letters, 2014, 5, 2235-2240. 2.1 37

4945 Single-stranded DNA adsorption characteristics by hollow spherule allophane nano-particles: pH
dependence and computer simulation. Applied Clay Science, 2014, 101, 591-597. 2.6 7



268

Citation Report

# Article IF Citations

4946 Dielectric constant and low-frequency infrared spectra for liquid water and ice Ih within the E3B
model. Journal of Chemical Physics, 2014, 141, 084508. 1.2 25

4947 Surface Packing Determines the Redox Potential Shift of Cytochrome c Adsorbed on Gold. Journal of
the American Chemical Society, 2014, 136, 12929-12937. 6.6 39

4948 Sensitivity of Water Dynamics to Biologically Significant Surfaces of Monomeric Insulin: Role of
Topology and Electrostatic Interactions. Journal of Physical Chemistry B, 2014, 118, 3805-3813. 1.2 30

4949 Structural Properties of CHAPS Micelles, Studied by Molecular Dynamics Simulations. Journal of
Physical Chemistry B, 2014, 118, 3912-3921. 1.2 16

4950 Replica-Exchange Molecular Dynamics Simulation of Basic Fibroblast Growth Factor Adsorption on
Hydroxyapatite. Journal of Physical Chemistry B, 2014, 118, 5843-5852. 1.2 48

4951 Preferential Adsorption from Liquid Waterâ€“Ethanol Mixtures in Alumina Pores. Langmuir, 2014, 30,
8066-8077. 1.6 45

4952 Simulations of water transport through carbon nanotubes: How different water models influence
the conduction rate. Journal of Chemical Physics, 2014, 141, 18C518. 1.2 52

4953 Thermodynamic inhibition effects of ionic liquids on the formation of condensed carbon dioxide
hydrate. Fluid Phase Equilibria, 2014, 382, 270-278. 1.4 31

4954
A multilayered representation, quantum mechanical and molecular mechanics study of the
CH<sub>3</sub>Fâ€‰+â€‰OH<sup>âˆ’</sup> reaction in water. Journal of Computational Chemistry, 2014, 35,
445-450.

1.5 13

4955 Role of Charge Transfer in Water Diffusivity in Aqueous Ionic Solutions. Journal of Physical
Chemistry Letters, 2014, 5, 2711-2716. 2.1 46

4956 Simulations of dissociation constants in low pressure supercritical water. Molecular Physics, 2014,
112, 2235-2240. 0.8 4

4957 Static Dielectric Constant from Simulations Revisited: Fluctuations or External Field?. Journal of
Chemical Theory and Computation, 2014, 10, 1468-1476. 2.3 30

4958 Methanol Concentration Dependent Protein Denaturing Ability of Guanidinium/Methanol Mixed
Solution. Journal of Physical Chemistry B, 2014, 118, 6175-6185. 1.2 10

4959 Green Leaf Volatiles on Atmospheric Air/Water Interfaces: A Combined Experimental and Molecular
Simulation Study. Journal of Chemical &amp; Engineering Data, 2014, 59, 3025-3035. 1.0 10

4960 Importance of Force Decomposition for Local Stress Calculations in Biomembrane Molecular
Simulations. Journal of Chemical Theory and Computation, 2014, 10, 691-702. 2.3 124

4961 Structure and Dynamics of Single Hydrophobic/Ionic Heteropolymers at the Vaporâ€“Liquid Interface of
Water. Langmuir, 2014, 30, 4654-4661. 1.6 3

4962 Adsorption, Mobility, and Self-Association of Naphthalene and 1-Methylnaphthalene at the
Waterâ€“Vapor Interface. Journal of Physical Chemistry A, 2014, 118, 1052-1066. 1.1 21

4963 High Temperature Diffusion Coefficients for O<sub>2</sub>, H<sub>2</sub>, and OH in Water, and for
Pure Water. Journal of Chemical &amp; Engineering Data, 2014, 59, 1964-1969. 1.0 40



269

Citation Report

# Article IF Citations

4964 Automated Optimization of Waterâ€“Water Interaction Parameters for a Coarse-Grained Model. Journal
of Physical Chemistry B, 2014, 118, 1603-1611. 1.2 17

4965
Theoretical Study of the Temperature Dependence of the Vibrational Relaxation of the
H<sub>2</sub>O Bend Fundamental in Liquid Water and the Subsequent Distortion of the Hydrogen
Bond Network. Journal of Physical Chemistry B, 2014, 118, 9427-9437.

1.2 13

4966
Comparative Study of Protein Unfolding in Aqueous Urea and Dimethyl Sulfoxide Solutions: Surface
Polarity, Solvent Specificity, and Sequence of Secondary Structure Melting. Journal of Physical
Chemistry B, 2014, 118, 5691-5697.

1.2 42

4967 Non-Polarizable Force Field of Water Based on the Dielectric Constant: TIP4P/Îµ. Journal of Physical
Chemistry B, 2014, 118, 1263-1272. 1.2 108

4968 Temperature Dependence of the Density of Aqueous Alkali Halide Salt Solutions by Experiment and
Molecular Simulation. Journal of Chemical &amp; Engineering Data, 2014, 59, 3434-3448. 1.0 26

4969 Thermodynamics of Mixing Water with Dimethyl Sulfoxide, as Seen from Computer Simulations.
Journal of Physical Chemistry B, 2014, 118, 8724-8733. 1.2 25

4970 Water-Induced Interactions between Boron-Doped Carbon Nanotubes. Journal of Physical Chemistry C,
2014, 118, 17838-17846. 1.5 5

4971 Characterization of kaoliniteâ€“ammonium acetate complexes prepared by one-step homogenization
method. Journal of Colloid and Interface Science, 2014, 431, 125-131. 5.0 20

4972 Layer-by-Layer Formation of Oligoelectrolyte Multilayers: A Combined Experimental and
Computational Study. Soft Materials, 2014, 12, S14-S21. 0.8 13

4973
Molecular Dynamics Simulation of Water/BHDC Cationic Reverse Micelles. Structural
Characterization, Dynamical Properties, and Influence of Solvent on Intermicellar Interactions.
Langmuir, 2014, 30, 9643-9653.

1.6 35

4974 Validating Solution Ensembles from Molecular Dynamics Simulation by Wide-Angle X-ray Scattering
Data. Biophysical Journal, 2014, 107, 435-447. 0.2 132

4975 Icing of water on polyethylene surfaces. Applied Surface Science, 2014, 313, 771-776. 3.1 7

4976 On the influence of the mixture of denaturants on protein structure stability: A molecular dynamics
study. Chemical Physics, 2014, 441, 38-46. 0.9 2

4977 Direct Osmolyteâ€“Macromolecule Interactions Confer Entropic Stability to Folded States. Journal of
Physical Chemistry B, 2014, 118, 7327-7334. 1.2 87

4978 Surface Acidity of Water Probed by Free Energy Calculation for Trimethylamine Protonation. Journal
of Physical Chemistry C, 2014, 118, 977-988. 1.5 16

4979 Evaluating the Strength of Salt Bridges: A Comparison of Current Biomolecular Force Fields. Journal
of Physical Chemistry B, 2014, 118, 6561-6569. 1.2 95

4980 Characterization of the Glass Transition of Water Predicted by Molecular Dynamics Simulations
Using Nonpolarizable Intermolecular Potentials. Journal of Physical Chemistry B, 2014, 118, 1867-1880. 1.2 6

4981
Modeling of Peptaibol Analogues Incorporating Nonpolar Î±,Î±-Dialkyl Glycines Shows Improved Î±-Helical
Preorganization and Spontaneous Membrane Permeation. Journal of Physical Chemistry B, 2014, 118,
649-658.

1.2 12



270

Citation Report

# Article IF Citations

4982 Simulations of Light Absorption of Carbon Particles in Nanoaerosol Clusters. Journal of Physical
Chemistry A, 2014, 118, 1879-1886. 1.1 8

4983 Aqueous Dual-Tailed Surfactants Simulated on the Alumina Surface. Journal of Physical Chemistry B,
2014, 118, 9695-9707. 1.2 10

4984 Trehalose Induced Modifications in the Solvation Pattern of <i>N</i>-Methylacetamide. Journal of
Physical Chemistry B, 2014, 118, 1052-1063. 1.2 17

4985
Atomistic Potentials for Trisiloxane, Alkyl Ethoxylate, and Perfluoroalkane-Based Surfactants with
TIP4P/2005 and Application to Simulations at the Airâ€“Water Interface. Journal of Physical Chemistry B,
2014, 118, 9284-9297.

1.2 9

4986 Optimizing Proteinâ€“Protein van der Waals Interactions for the AMBER ff9x/ff12 Force Field. Journal of
Chemical Theory and Computation, 2014, 10, 273-281. 2.3 23

4987 Coating Mechanisms of Single-Walled Carbon Nanotube by Linear Polyether Surfactants: Insights
from Computer Simulations. Journal of Physical Chemistry C, 2014, 118, 18069-18078. 1.5 14

4988 Adsorption and Orientation of Ionic Liquids and Ionic Surfactants at Heptane/Water Interface. Journal
of Physical Chemistry C, 2014, 118, 19889-19903. 1.5 33

4989 Minimalist Synthetic Host with Stacked Guanidinium Ions Mimics the Weakened Hydration Shells of
Proteinâ€“protein Interaction Interfaces. Journal of Organic Chemistry, 2014, 79, 34-40. 1.7 11

4990 Substrate Curvature Gradient Drives Rapid Droplet Motion. Physical Review Letters, 2014, 113, 026101. 2.9 162

4991 Molecular Dynamics Simulations of Water and Sodium Diffusion in Smectite Interlayer Nanopores as a
Function of Pore Size and Temperature. Journal of Physical Chemistry C, 2014, 118, 1001-1013. 1.5 149

4992
Cooperative Contributions of the Intermolecular Charge Fluxes and Intramolecular Polarizations in
the Far-Infrared Spectral Intensities of Liquid Water. Journal of Chemical Theory and Computation,
2014, 10, 1219-1227.

2.3 34

4993 Accurate Description of Calcium Solvation in Concentrated Aqueous Solutions. Journal of Physical
Chemistry B, 2014, 118, 7902-7909. 1.2 125

4994 Dynamical mechanism of antifreeze proteins to prevent ice growth. Physical Review E, 2014, 90, 022711. 0.8 8

4995 Molecular Dynamics Simulations of Self-Emulsifying Drug-Delivery Systems (SEDDS): Influence of
Excipients on Droplet Nanostructure and Drug Localization. Langmuir, 2014, 30, 8471-8480. 1.6 40

4996
Ligandâ€“Receptor Affinities Computed by an Adapted Linear Interaction Model for Continuum
Electrostatics and by Protein Conformational Averaging. Journal of Chemical Information and
Modeling, 2014, 54, 2309-2319.

2.5 17

4997 A new approach to the determination of the uncertainty in neutron diffraction experiments with
isotopic substitution method. Journal of Molecular Liquids, 2014, 198, 5-10. 2.3 2

4998 Modeling the coverage of an AFM tip by enzymes and its application in nanobiosensors. Journal of
Molecular Graphics and Modelling, 2014, 53, 100-104. 1.3 22

4999 Surface Strain Effects on the Waterâ€“Graphene Interfacial and Confinement Behavior. Journal of
Physical Chemistry C, 2014, 118, 19701-19711. 1.5 21



271

Citation Report

# Article IF Citations

5000 Hydration of porphyrin and Mgâ€“porphyrin: ab initio quantum mechanical charge field molecular
dynamics simulations. Molecular BioSystems, 2014, 10, 117-127. 2.9 15

5001 Molecular Simulation Study on Hofmeister Cations and the Aqueous Solubility of Benzene. Journal of
Physical Chemistry B, 2014, 118, 5331-5339. 1.2 15

5002
MD and NMR Analyses of Choline and TMA Binding to Duplex DNA: On the Origins of Aberrant
Sequence-Dependent Stability by Alkyl Cations in Aqueous and Water-Free Solvents. Journal of the
American Chemical Society, 2014, 136, 3075-3086.

6.6 44

5003 Molecular kinetic theory of boundary slip on textured surfaces by molecular dynamics simulations.
Science China: Physics, Mechanics and Astronomy, 2014, 57, 2152-2160. 2.0 11

5004 Theoretical Approaches to Structure and Spectroscopy of Earth Materials. Reviews in Mineralogy and
Geochemistry, 2014, 78, 691-743. 2.2 41

5005 Myoglobin Interactions with Polystyrene Surfaces of Different Hydrophobicity. Macromolecular
Theory and Simulations, 2014, 23, 63-75. 0.6 0

5006
A Nucleation-Based Method to Study Hydrophobic Interactions under Confinement: Enhanced
Hydrophobic Association Driven by Energetic Contributions. Journal of Physical Chemistry B, 2014, 118,
6875-6884.

1.2 2

5007 Two-dimensional percolation at the free water surface and its relation with the surface tension
anomaly of water. Journal of Chemical Physics, 2014, 141, 054707. 1.2 16

5008 Molecular View of Polymer/Water Interfaces in Latex Paint. Macromolecules, 2014, 47, 6441-6452. 2.2 18

5009
Temperature-Dependent Phase Transition and Desorption Free Energy of Sodium Dodecyl Sulfate at the
Water/Vapor Interface: Approaches from Molecular Dynamics Simulations. Langmuir, 2014, 30,
10600-10607.

1.6 24

5010
Specific Counterion Effects on the Atomistic Structure and Capillary-Waves Fluctuation of the
Water/Vapor Interface Covered by Sodium Dodecyl Sulfate. Journal of Physical Chemistry C, 2014, 118,
19205-19213.

1.5 18

5011 A continuous mixture of two different dimers in liquid water. Physical Chemistry Chemical Physics,
2014, 16, 24479-24483. 1.3 10

5012 Molecular Dynamic Simulations of Self-Assembly of Amphiphilic Comb-like Anionic Polybenzoxazines.
Langmuir, 2014, 30, 11858-11865. 1.6 7

5013 Acceleration of Lateral Equilibration in Mixed Lipid Bilayers Using Replica Exchange with Solute
Tempering. Journal of Chemical Theory and Computation, 2014, 10, 4264-4272. 2.3 38

5014 Theoretical vibrational sum-frequency generation spectroscopy of water near lipid and surfactant
monolayer interfaces. Journal of Chemical Physics, 2014, 141, 18C502. 1.2 57

5015 Analyzing the errors of DFT approximations for compressed water systems. Journal of Chemical
Physics, 2014, 141, 014104. 1.2 16

5016 Dissolution of cellulose in ionic liquids: an ab initio molecular dynamics simulation study. Physical
Chemistry Chemical Physics, 2014, 16, 17458-17465. 1.3 47

5017 Temperature dependence of diffusion coefficient of nitrogen gas in water: A molecular dynamics
study. International Journal of Modern Physics B, 2014, 28, 1450084. 1.0 12



272

Citation Report

# Article IF Citations

5018 A Solvent-Mediated Coarse-Grained Model of DNA Derived with the Systematic Newton Inversion
Method. Journal of Chemical Theory and Computation, 2014, 10, 3541-3549. 2.3 31

5019 Temperature dependence of the thermal conductivity of water: a molecular dynamics simulation study
using the SPC/E model. Molecular Physics, 2014, 112, 2155-2159. 0.8 12

5020 Nanoconfined gases, liquids and liquid crystals in porous materials. Molecular Simulation, 2014, 40,
698-712. 0.9 5

5021 Optimization of Intermolecular Potential Parameters for the CO<sub>2</sub>/H<sub>2</sub>O
Mixture. Journal of Physical Chemistry B, 2014, 118, 11504-11511. 1.2 35

5022 Modelling of mutual diffusion for associated electrolytes solution: ZnSO<sub>4</sub>and
MgSO<sub>4</sub>aqueous solutions. Molecular Physics, 2014, 112, 1405-1417. 0.8 8

5023 Wetting Transition of the Ethanolâ€“Water Droplet on Smooth and Textured Surfaces. Journal of
Physical Chemistry C, 2014, 118, 4113-4121. 1.5 45

5024
Interplay of Phase Separation, Tail Aggregation, and Micelle Formation in the Nanostructured
Organization of Hydrated Imidazolium Ionic Liquid. Journal of Physical Chemistry B, 2014, 118,
8839-8847.

1.2 28

5025 Extension and validation of the GROMOS 53A6<sub><scp>glyc</scp></sub> parameter set for
glycoproteins. Journal of Computational Chemistry, 2014, 35, 2087-2095. 1.5 42

5026 Density functional theory calculations of catalytic mechanistic pathways for the formation of
O<sub>2</sub>involving triazolylidene iridium complexes. New Journal of Chemistry, 2014, 38, 4060. 1.4 5

5027 Effects of Temperature on the Structure and Dynamics of Aqueous Mixtures
ofN,N-Dimethylformamide. Journal of Chemical &amp; Engineering Data, 2014, 59, 3250-3257. 1.0 19

5028 Surface Phase Transition in Anomalous Fluid in Nanoconfinement. Journal of Physical Chemistry C,
2014, 118, 9497-9506. 1.5 29

5029 Adsorption of water molecules on sodium chloride trimer. Theoretical Chemistry Accounts, 2014, 133,
1. 0.5 13

5030 Surface chemistry aspects of bastnaesite flotation with octyl hydroxamate. International Journal of
Mineral Processing, 2014, 133, 29-38. 2.6 52

5031
Structure and Dynamics of the Liquidâ€“Liquid Interface of an Aqueous NaCl Solution with Liquid
Carbon Tetrachloride from First-Principles Simulations. Journal of Physical Chemistry C, 2014, 118,
23083-23091.

1.5 4

5032 Effects of Temperature on the Properties of Glycerol: A Computer Simulation Study of Five Different
Force Fields. Journal of Physical Chemistry B, 2014, 118, 11284-11294. 1.2 46

5033 Deciphering the Glycosylation Code. Journal of Physical Chemistry B, 2014, 118, 11462-11469. 1.2 5

5034 Are Waters around RNA More than Just a Solvent? â€“ An Insight from Molecular Dynamics Simulations.
Journal of Chemical Theory and Computation, 2014, 10, 401-411. 2.3 33

5035 Screening of potent antibacterial agents targeting Clostridium difficile virulence factor toxin B: an
in silico approach. Medicinal Chemistry Research, 2014, 23, 4464-4481. 1.1 0



273

Citation Report

# Article IF Citations

5036 Structure and Dynamics of Potassium Chloride in Aqueous Solution. Journal of Physical Chemistry B,
2014, 118, 9404-9413. 1.2 15

5037 Coarse-Graining of TIP4P/2005, TIP4P-Ew, SPC/E, and TIP3P to Monatomic Anisotropic Water Models
Using Relative Entropy Minimization. Journal of Chemical Theory and Computation, 2014, 10, 4104-4120. 2.3 108

5038 Water Dynamics in Protein Hydration Shells: The Molecular Origins of the Dynamical Perturbation.
Journal of Physical Chemistry B, 2014, 118, 7715-7729. 1.2 207

5039 Probing Sequence Dependence of Folding Pathway of Î±-Helix Bundle Proteins through Free Energy
Landscape Analysis. Journal of Physical Chemistry B, 2014, 118, 5891-5900. 1.2 14

5040 Modeling Cell Membrane Perturbation by Molecules Designed for Transmembrane Electron Transfer.
Langmuir, 2014, 30, 2429-2440. 1.6 55

5041 Molecular dynamics simulation study of glass transition in hydrated Nafion. Journal of Polymer
Science, Part B: Polymer Physics, 2014, 52, 907-915. 2.4 26

5042 Ion Counting from Explicit-Solvent Simulations and 3D-RISM. Biophysical Journal, 2014, 106, 883-894. 0.2 102

5043 Zwitterionic fusion in hydrogels and spontaneous and time-independent self-healing under
physiological conditions. Biomaterials, 2014, 35, 3926-3933. 5.7 119

5044 Electric quadrupole moment of graphene and its effect on intermolecular interactions. Physical
Chemistry Chemical Physics, 2014, 16, 3144. 1.3 36

5045 Theoretical Studies of Structures and Vibrational Sum Frequency Generation Spectra at Aqueous
Interfaces. Chemical Reviews, 2014, 114, 8447-8470. 23.0 132

5046 A Fixed-Charge Model for Alcohol Polarization in the Condensed Phase, and Its Role in Small Molecule
Hydration. Journal of Physical Chemistry B, 2014, 118, 6438-6446. 1.2 54

5047 Unambiguous Assignment of Reduction Potentials in Diheme Cytochromes. Journal of Physical
Chemistry B, 2014, 118, 7554-7560. 1.2 20

5048 The Role of Broken Symmetry in Solvation of a Spherical Cavity in Classical and Quantum Water
Models. Journal of Physical Chemistry Letters, 2014, 5, 2767-2774. 2.1 71

5049 Structure and Dynamics of Low-Density and High-Density Liquid Water at High Pressure. Journal of
Physical Chemistry Letters, 2014, 5, 235-240. 2.1 50

5050 Ion specificity in NaCl solution confined in silicon nanochannels. Science China Technological
Sciences, 2014, 57, 230-238. 2.0 10

5051 Study of structure and spectroscopy of waterâ€“hydroxide ion clusters: A combined simulated
annealing and DFT-based approach. Journal of Chemical Sciences, 2014, 126, 659-675. 0.7 14

5052 Structural and dynamical properties of water confined in carbon nanotubes. Journal of
Nanostructure in Chemistry, 2014, 4, 1. 5.3 22

5053 Molecular dynamics simulations of formamide interaction with hydrocyanic acid on a catalytic
surface TiO2. Russian Journal of Physical Chemistry A, 2014, 88, 951-958. 0.1 2



274

Citation Report

# Article IF Citations

5054 On the Coupling between the Collective Dynamics of Proteins and Their Hydration Water. Journal of
Physical Chemistry Letters, 2014, 5, 1181-1186. 2.1 59

5055 Ferroelectric hexagonal and rhombic monolayer ice phases. Chemical Science, 2014, 5, 1757-1764. 3.7 94

5056 Aqueous Methane in Slit-Shaped Silica Nanopores: High Solubility and Traces of Hydrates. Journal of
Physical Chemistry C, 2014, 118, 4860-4868. 1.5 56

5057 The oxidative inactivation of FeFe hydrogenase reveals the flexibility of the H-cluster. Nature
Chemistry, 2014, 6, 336-342. 6.6 83

5058 Computer Simulation Study of the Structure of LiCl Aqueous Solutions: Test of Non-Standard Mixing
Rules in the Ion Interaction. Journal of Physical Chemistry B, 2014, 118, 7680-7691. 1.2 36

5059 Stable Saltâ€“Water Cluster Structures Reflect the Delicate Competition between Ionâ€“Water and
Waterâ€“Water Interactions. Journal of Physical Chemistry B, 2014, 118, 743-751. 1.2 39

5060 Dipeptide Aggregation in Aqueous Solution from Fixed Point-Charge Force Fields. Journal of Chemical
Theory and Computation, 2014, 10, 1631-1637. 2.3 10

5061 Interaction of Charged Amino-Acid Side Chains with Ions: An Optimization Strategy for Classical Force
Fields. Journal of Physical Chemistry B, 2014, 118, 3960-3972. 1.2 41

5062
Induced fit docking, pharmacophore modeling, and molecular dynamic simulations on
thiazolidinedione derivatives to explore key interactions with Tyr48 in polyol pathway. Journal of
Molecular Modeling, 2014, 20, 2348.

0.8 2

5063 Like-Charge Attraction of Molecular Cations in Water: Subtle Balance between Interionic Interactions
and Ionic Solvation Effect. Journal of Physical Chemistry B, 2014, 118, 5499-5508. 1.2 22

5064 A Method for Creating Thermal and Angular Momentum Fluxes in Nonperiodic Simulations. Journal of
Chemical Theory and Computation, 2014, 10, 1878-1886. 2.3 7

5065 Predictions for water clusters from a first-principles two- and three-body force field. Journal of
Chemical Physics, 2014, 140, 194101. 1.2 61

5066 Conformational and Thermodynamic Properties of Non-Canonical Î±,Î±-Dialkyl Glycines in the Peptaibol
Alamethicin: Molecular Dynamics Studies. Journal of Physical Chemistry B, 2014, 118, 9861-9870. 1.2 7

5067 What can be learned from femtochemistry: the H bond in water. Molecular Physics, 2014, 112, 1284-1293. 0.8 0

5068 Stability and Composition of Helium Hydrates Based on Ices I<sub>h</sub> and II at Low Temperatures.
Journal of Physical Chemistry C, 2014, 118, 2587-2593. 1.5 27

5069
Fluctuating micro-heterogeneity in waterâ€“tert-butyl alcohol mixtures and lambda-type divergence of
the mean cluster size with phase transition-like multiple anomalies. Journal of Chemical Physics, 2014,
140, 194502.

1.2 49

5070 Molecular dynamics simulation of electrokinetic flow of an aqueous electrolyte solution in
nanochannels. Journal of Chemical Physics, 2014, 140, 214701. 1.2 54

5071 Heterogeneous Preferential Solvation of Water and Trifluoroethanol in Homologous Lysozymes.
Journal of Physical Chemistry B, 2014, 118, 8118-8127. 1.2 14



275

Citation Report

# Article IF Citations

5072 Decomposition of amino diazeniumdiolates (NONOates): Molecular mechanisms. Journal of Inorganic
Biochemistry, 2014, 141, 28-35. 1.5 12

5073 A review of molecular modelling of electric double layer capacitors. Physical Chemistry Chemical
Physics, 2014, 16, 6519. 1.3 216

5074 Sodium Hexadecyl Sulfate as an Interfacial Substance Adjusting the Adsorption of a Protein on Carbon
Nanotubes. ACS Applied Materials &amp; Interfaces, 2014, 6, 15132-15139. 4.0 11

5075 Exploiting Conformational Dynamics in Drug Discovery: Design of C-Terminal Inhibitors of Hsp90 with
Improved Activities. Journal of Chemical Information and Modeling, 2014, 54, 195-208. 2.5 52

5076 Mechanistic insights into osmolyte action in protein stabilization under harsh conditions:
N-methylacetamide in glycine betaineâ€“urea mixture. Chemical Physics, 2014, 443, 133-141. 0.9 14

5077 A Structureâ€“Property Relationship Study of the Well-Defined Telodendrimers to Improve
Hemocompatibility of Nanocarriers for Anticancer Drug Delivery. Langmuir, 2014, 30, 6878-6888. 1.6 16

5078
Role of S-turn2 in the Structure, Dynamics, and Function of Mitochondrial Ribosomal A-Site. A
Bioinformatics and Molecular Dynamics Simulation Study. Journal of Physical Chemistry B, 2014, 118,
6687-6701.

1.2 9

5079 Solvation structure and dynamics of Ni2+(aq) from a polarizable force field. Chemical Physics, 2014,
443, 112-122. 0.9 1

5080 Direct Mixing of Atomistic Solutes and Coarse-Grained Water. Journal of Chemical Theory and
Computation, 2014, 10, 4684-4693. 2.3 43

5081 Molecular Dynamics Study of Nanoconfined Water Flow Driven by Rotating Electric Fields under
Realistic Experimental Conditions. Langmuir, 2014, 30, 3095-3109. 1.6 30

5082
Local viscosity change in water near a solidâ€“liquid interface and its extraction by means of
molecular rotational diffusion â€“ A molecular dynamics study. Chemical Physics Letters, 2014, 591,
306-311.

1.2 3

5083 Free energy of solubility of non-polar particles in water: The role of pressure. Chemical Physics, 2014,
434, 15-19. 0.9 1

5084 Evidence for the Interactions Occurring Between Ionic Liquids and Tetraethylene Glycol in Binary
Mixtures and Aqueous Biphasic Systems. Journal of Physical Chemistry B, 2014, 118, 4615-4629. 1.2 18

5085 Fragment-based error estimation in biomolecular modeling. Drug Discovery Today, 2014, 19, 45-50. 3.2 7

5086 Extended secondary structures in proteins. Biochimica Et Biophysica Acta - Proteins and Proteomics,
2014, 1844, 384-388. 1.1 3

5087 Molecular dynamic simulations of anisotropic wetting and embedding on functionalized
polypropylene surfaces. Chemical Physics, 2014, 429, 44-50. 0.9 11

5088 Water as a potential molecular probe for functional groups on carbon surfaces. Carbon, 2014, 67,
72-78. 5.4 51

5089 A new molecular model for water adsorption on graphitized carbon black. Carbon, 2014, 66, 629-636. 5.4 37



276

Citation Report

# Article IF Citations

5090 Concentration effects on aqueous lithium chloride solutions. Molecular dynamics simulations and
x-ray scattering studies. Journal of Molecular Liquids, 2014, 197, 77-83. 2.3 24

5091 Water-Peptide Site-Specific Interactions: A Structural Study on the Hydration of Glutathione.
Biophysical Journal, 2014, 106, 1701-1709. 0.2 40

5092 How does the electronic continuum model perform in the prediction of the surface tension of salt
solutions?. Chemical Physics Letters, 2014, 595-596, 209-213. 1.2 10

5093 Temperature effect on ion selectivity of potassium and sodium ions in solution. Chemical Physics,
2014, 428, 14-18. 0.9 10

5094 Toward a simple molecular theory of hydrophobic hydration. Journal of Molecular Liquids, 2014, 189,
13-19. 2.3 3

5095 Role of Deprotonation Free Energies in p<i>K</i><sub>a</sub> Prediction and Molecule Ranking.
Journal of Chemical Theory and Computation, 2014, 10, 2537-2545. 2.3 18

5096 Modelling the effects of salt solutions on the hydration of calcium ions. Physical Chemistry
Chemical Physics, 2014, 16, 7772-7785. 1.3 54

5097 Reorientational Dynamics of Water Confined in Zeolites. ChemPhysChem, 2014, 15, 521-529. 1.0 42

5098 Free Energy of PAMAM Dendrimer Adsorption onto Model Biological Membranes. Journal of Physical
Chemistry B, 2014, 118, 6792-6802. 1.2 19

5099 Insight into Electrospinning via Molecular Simulations. Industrial &amp; Engineering Chemistry
Research, 2014, 53, 8257-8264. 1.8 24

5100 The current understanding on the diamond machining of silicon carbide. Journal Physics D: Applied
Physics, 2014, 47, 243001. 1.3 113

5101 Molecular dynamics study of the adsorption of anionic surfactant in a nonionic polymer brush.
Journal of Molecular Modeling, 2014, 20, 2267. 0.8 7

5102 Molecular dynamics simulations of water on a hydrophilic silica surface at high air pressures.
Journal of Molecular Liquids, 2014, 198, 107-113. 2.3 44

5103 Penetration Barrier of Water through Graphynesâ€™ Pores: First-Principles Predictions and Force Field
Optimization. Journal of Physical Chemistry Letters, 2014, 5, 751-755. 2.1 84

5104 Massively parallel implementation of 3Dâ€•RISM calculation with volumetric 3Dâ€•FFT. Journal of
Computational Chemistry, 2014, 35, 1347-1355. 1.5 38

5107 Uranyl(VI) Complexes in and from Imidazolium Acetate Ionic Liquids: Carbenes versus Acetates?.
Inorganic Chemistry, 2014, 53, 835-846. 1.9 32

5108 Water-mediated ionâ€“ion interactions are enhanced at the water vaporâ€“liquid interface. Proceedings
of the National Academy of Sciences of the United States of America, 2014, 111, 8729-8734. 3.3 69

5109 Efficient Method To Characterize the Context-Dependent Hydrophobicity of Proteins. Journal of
Physical Chemistry B, 2014, 118, 1564-1573. 1.2 75



277

Citation Report

# Article IF Citations

5110 Molecular Dynamics Simulation of the Electrically Induced Spreading of an Ionically Conducting
Water Droplet. Langmuir, 2014, 30, 2394-2400. 1.6 25

5111 The Tunable Hydrophobic Effect on Electrically Doped Graphene. Journal of Physical Chemistry B, 2014,
118, 530-536. 1.2 46

5112 Effect of organic solvent on mutual diffusion and ionic behavior near liquidâ€“liquid interface by
molecular dynamics simulations. Journal of Molecular Liquids, 2014, 197, 243-250. 2.3 10

5113 Molecular dynamics simulations of collagen adsorption onto grooved rutile surface: The effects of
groove width. Colloids and Surfaces B: Biointerfaces, 2014, 121, 150-157. 2.5 13

5114 Resolving diffusion in clay minerals at different time scales: Combination of experimental and
modeling approaches. Applied Clay Science, 2014, 96, 36-44. 2.6 21

5115 Insight into the binding mode and the structural features of the pyrimidine derivatives as human A2A
adenosine receptor antagonists. BioSystems, 2014, 115, 13-22. 0.9 12

5116 Simulating liquid water for determining its structural and transport properties. Applied Radiation
and Isotopes, 2014, 83, 115-121. 0.7 4

5117 Effects of glycosylation and pH conditions in the dynamics of human arylsulfatase A. Journal of
Biomolecular Structure and Dynamics, 2014, 32, 567-579. 2.0 6

5118 2D-Raman-THz spectroscopy: A sensitive test of polarizable water models. Journal of Chemical Physics,
2014, 141, 184201. 1.2 42

5119 Computer Simulation Analysis of the Protein Binding Interfaces that Form a 4-Helix Bundle Motif. ,
2014, , . 0

5120 Concentration dependence of the Flory-Huggins interaction parameter in aqueous solutions of
capped PEO chains. Journal of Chemical Physics, 2014, 141, 244908. 1.2 11

5121 Charge/mass dynamic structure factors of water and applications to dielectric friction and
electroacoustic conversion. Journal of Chemical Physics, 2014, 140, 054512. 1.2 8

5122 Molecular Dynamics and Principal Component Analysis for a Self-assembled Nanocube in Aqueous
Solution. Chemistry Letters, 2014, 43, 366-368. 0.7 7

5123 Mechanical Properties of Nano-Crystal in Cement: Investigations by Molecular Dynamics. Journal of
Japan Society of Civil Engineers Ser A2 (Applied Mechanics (AM)), 2014, 70, I_409-I_418. 0.1 0

5124 Dependence of Organic Pore Wettability on Kerogen Maturity: A Water Droplet Microscopic
Simulation Study. , 2014, , . 5

5125 Impact of Maturity on Kerogen Pore Wettability: A Modeling Study. , 2014, , . 11

5126 Waterâ€“substrate physico-chemistry in wetting dynamics. Journal of Fluid Mechanics, 2015, 781, 695-711. 1.4 23

5127 Deciphering the Glycosylation Code. Biophysical Journal, 2015, 108, 511a-512a. 0.2 0



278

Citation Report

# Article IF Citations

5128 The importance of chemical potential in the determination of water slip in nanochannels. European
Physical Journal E, 2015, 38, 127. 0.7 8

5129 Computer simulation of the surface layer of an ionic micelle with explicit allowance for the
contribution of water. Colloid Journal, 2015, 77, 409-417. 0.5 4

5130 Influence of temperature on the solvation of N-methylacetamide in aqueous trehalose solution: A
molecular dynamics simulation study. Journal of Molecular Liquids, 2015, 211, 986-999. 2.3 4

5131 Conformation and Aggregation of LKÎ±14 Peptide in Bulk Water and at the Air/Water Interface. Journal
of Physical Chemistry B, 2015, 119, 15164-15175. 1.2 18

5132 Molecular Dynamics Simulation of Channel Size Dependence of the Friction Coefficient between a
Water Droplet and a Nanochannel Wall. Journal of Physical Chemistry C, 2015, 119, 28396-28404. 1.5 9

5133 Simultaneous ion and neutral evaporation in aqueous nanodrops: experiment, theory, and molecular
dynamics simulations. Physical Chemistry Chemical Physics, 2015, 17, 15746-15755. 1.3 26

5134 Entrance dynamics of CH4 molecules through a methaneâ€“water interface. Chemical Physics Letters,
2015, 637, 13-17. 1.2 8

5135 EPR Distance Measurements in Native Proteins with Genetically Encoded Spin Labels. ACS Chemical
Biology, 2015, 10, 2764-2771. 1.6 39

5137 Force-Field Representation of Biomolecular Systems. , 2015, , 45-77. 3

5139 Dynamical crossover line in supercritical water. Scientific Reports, 2015, 5, 14234. 1.6 40

5140 Wetting of selected fluorite surfaces by water. Surface Innovations, 2015, 3, 39-48. 1.4 26

5141 Capacitive DNA Detection Driven by Electronic Charge Fluctuations in a Graphene Nanopore. Physical
Review Applied, 2015, 3, . 1.5 60

5142 Adsorption effects on radial breathing mode of single-walled carbon nanotubes. Physical Review B,
2015, 91, . 1.1 31

5143
Molecular dynamics study of rhodamine 6G diffusion at<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mi>n</mml:mi></mml:math>-decaneâ€“water
interfaces. Physical Review E, 2015, 91, 053308.

0.8 13

5144 Molecular dynamics analysis of the velocity slip of a water and methanol liquid mixture. Physical
Review E, 2015, 92, 022402. 0.8 11

5145 Controlling flow direction in nanochannels by electric field strength. Physical Review E, 2015, 92,
023017. 0.8 15

5146 Temperature inversion of the thermal polarization of water. Physical Review E, 2015, 92, 060103. 0.8 19

5147 Quantifying Density Fluctuations in Water at a Hydrophobic Surface: Evidence for Critical Drying.
Physical Review Letters, 2015, 115, 016103. 2.9 49



279

Citation Report

# Article IF Citations

5148 Importance of Varying Permittivity on the Conductivity of Polyelectrolyte Solutions. Physical Review
Letters, 2015, 115, 118301. 2.9 33

5149 Nanofluidic Diode for Simple Fluids without Moving Parts. Physical Review Letters, 2015, 115, 134503. 2.9 44

5150 Algebraic Statistics of PoincarÃ© Recurrences in a DNA Molecule. Physical Review Letters, 2015, 115,
188104. 2.9 4

5151 Molecular Mechanism of Water Evaporation. Physical Review Letters, 2015, 115, 236102. 2.9 75

5152 Electronic and nuclear quantum effects on the ice XI/ice Ih phase transition. Physical Review B, 2015,
92, . 1.1 18

5153 Dynamics of supercooled water in nanotubes: Cage correlation function and diffusion coefficient.
Physical Review E, 2015, 92, 030301. 0.8 12

5154 Bulk and interfacial liquid water as a transient network. Physical Review E, 2015, 92, 052130. 0.8 9

5155 Near-surface viscosity effects on capillary rise of water in nanotubes. Physical Review E, 2015, 92,
053009. 0.8 62

5156
Water-COOH Composite Structure with Enhanced Hydrophobicity Formed by Water Molecules
Embedded into Carboxyl-Terminated Self-Assembled Monolayers. Physical Review Letters, 2015, 115,
186101.

2.9 40

5157 Molecular Insights into Aqueous NaCl Electrolytes Confined within Vertically-oriented Graphenes.
Scientific Reports, 2015, 5, 14652. 1.6 43

5158 Sustaining dry surfaces under water. Scientific Reports, 2015, 5, 12311. 1.6 56

5159 Dielectrically-Consistent Stell Correction for Integral Equation Theory on Electrolyte Solutions.
Bulletin of the Chemical Society of Japan, 2015, 88, 804-813. 2.0 5

5160 Nonlocal Electrostatics in Spherical Geometries Using Eigenfunction Expansions of
Boundary-Integral Operators. Computational and Mathematical Biophysics, 2015, 3, 1-22. 0.6 2

5161 The Widom line and dynamical crossover in supercritical water: Popular water models versus
experiments. Journal of Chemical Physics, 2015, 143, 114502. 1.2 35

5162 Interfacial friction based quasi-continuum hydrodynamical model for nanofluidic transport of
water. Journal of Chemical Physics, 2015, 143, 174702. 1.2 21

5163 Communication: Modeling of concentration dependent water diffusivity in ionic solutions: Role of
intermolecular charge transfer. Journal of Chemical Physics, 2015, 143, 241101. 1.2 53

5164 Investigation of the CH3Cl + CNâˆ’ reaction in water: Multilevel quantum mechanics/molecular
mechanics study. Journal of Chemical Physics, 2015, 142, 244505. 1.2 17

5165 A New Algorithm for Contact Angle Estimation in Molecular Dynamics Simulations. , 2015, , . 4



280

Citation Report

# Article IF Citations

5166 Composition dependent multiple structural transformations of myoglobin in aqueous ethanol
solution: A combined experimental and theoretical study. Journal of Chemical Physics, 2015, 143, 015103. 1.2 16

5167 An enhanced version of the heat exchange algorithm with excellent energy conservation properties.
Journal of Chemical Physics, 2015, 143, 124104. 1.2 108

5168 Wetting and dewetting of narrow hydrophobic channels by orthogonal electric fields: Structure,
free energy, and dynamics for different water models. Journal of Chemical Physics, 2015, 143, 224708. 1.2 20

5169 Construction of exchange repulsion in terms of the wave functions at QM/MM boundary region.
Journal of Chemical Physics, 2015, 143, 084104. 1.2 5

5170 Ionic liquid induced dehydration and domain closure in lysozyme: FCS and MD simulation. Journal of
Chemical Physics, 2015, 143, 125103. 1.2 38

5171 Mode coupling theory analysis of electrolyte solutions: Time dependent diffusion, intermediate
scattering function, and ion solvation dynamics. Journal of Chemical Physics, 2015, 142, 124502. 1.2 9

5172 Latent heat of vaporization of nanofluids: Measurements and molecular dynamics simulations.
Journal of Applied Physics, 2015, 118, . 1.1 15

5173 A theoretical study of the dissociation of the sI methane hydrate induced by an external electric field.
Journal of Chemical Physics, 2015, 143, 204503. 1.2 32

5174 Wettability of graphitic-carbon and silicon surfaces: MD modeling and theoretical analysis. Journal
of Chemical Physics, 2015, 143, 044703. 1.2 41

5175 Microscopic origin of temporal heterogeneities in translational dynamics of liquid water. Journal of
Chemical Physics, 2015, 143, 054503. 1.2 17

5176
A molecular dynamics simulations study on the relations between dynamical heterogeneity,
structural relaxation, and self-diffusion in viscous liquids. Journal of Chemical Physics, 2015, 143,
164502.

1.2 38

5177 The influence of charged-induced variations in the local permittivity on the static and dynamic
properties of polyelectrolyte solutions. Journal of Chemical Physics, 2015, 143, 243140. 1.2 14

5178 Competition between ices Ih and Ic in homogeneous water freezing. Journal of Chemical Physics, 2015,
143, 134504. 1.2 65

5179 Hydrogen bond network in the hydration layer of the water confined in nanotubes increasing the
dielectric constant parallel along the nanotube axis. Journal of Chemical Physics, 2015, 143, 114708. 1.2 14

5180 Ab initio molecular dynamics of liquid water using embedded-fragment second-order many-body
perturbation theory towards its accurate property prediction. Scientific Reports, 2015, 5, 14358. 1.6 87

5181 Solvation free-energy pressure corrections in the three dimensional reference interaction site model.
Journal of Chemical Physics, 2015, 143, 184116. 1.2 67

5182 Mechanisms for Enhanced Hydrophobicity by Atomic-Scale Roughness. Scientific Reports, 2015, 5, 13790. 1.6 30

5183 Effect of the cation model on the equilibrium structure of poly-L-glutamate in aqueous sodium
chloride solution. Journal of Chemical Physics, 2015, 143, 224505. 1.2 8



281

Citation Report

# Article IF Citations

5184 Isotope-enriched protein standards for computational amide I spectroscopy. Journal of Chemical
Physics, 2015, 142, 125104. 1.2 17

5185 Understanding the sensitivity of nucleation free energies: The role of supersaturation and
temperature. Journal of Chemical Physics, 2015, 143, 164516. 1.2 5

5186 A modified two-state empirical valence bond model for proton transport in aqueous solutions.
Journal of Chemical Physics, 2015, 143, 014501. 1.2 12

5187 Charge-transfer potentials for ionic crystals: Cauchy violation, LO-TO splitting, and the necessity of
an ionic reference state. Journal of Chemical Physics, 2015, 143, 224101. 1.2 2

5188 Preferential Solvation in Binary and Ternary Mixtures. Journal of Physical Chemistry B, 2015, 119,
15706-15717. 1.2 22

5189 Enhancing Bitumen Flotation with Colloidal Nanoparticles. , 2015, , . 1

5190 The Impact of Pore Size and Kerogen Maturity on the Behavior of Water in Organic Kerogen Nanopores
in Shales. , 2015, , . 1

5191
Composition Dependence of Dynamic Heterogeneity Time- and Length Scales in
[Omim][BF<sub>4</sub>]/Water Binary Mixtures: Molecular Dynamics Simulation Study. Journal of
Physical Chemistry B, 2015, 119, 15683-15695.

1.2 38

5192 Adaptive resolution simulation in equilibrium and beyond. European Physical Journal: Special Topics,
2015, 224, 2269-2287. 1.2 18

5193 The Impact of Pore Size and Kerogen Maturity on the Behavior of Water in Organic Kerogen Nanopores
in Shales. , 2015, , . 3

5194 Advantages and challenges in coupling an ideal gas to atomistic models in adaptive resolution
simulations. European Physical Journal: Special Topics, 2015, 224, 2289-2304. 1.2 37

5195
Conformational dynamics of a short antigenic peptide in its free and antibody bound forms gives
insight into the role of Î²â€•turns in peptide immunogenicity. Proteins: Structure, Function and
Bioinformatics, 2015, 83, 1352-1367.

1.5 6

5196 Insights into Mobilization of Shale Oil using Microemulsion. , 2015, , . 1

5197

Competition Between H<sub>2</sub>SO<sub>4</sub>â€“(CH<sub>3</sub>)<sub>3</sub>N and
H<sub>2</sub>SO<sub>4</sub>â€“H<sub>2</sub>O Interactions: Theoretical Studies on the Clusters
[(CH<sub>3</sub>)<sub>3</sub>N]Â·(H<sub>2</sub>SO<sub>4</sub>)Â·(H<sub>2</sub>O)<sub>3â€“7</sub>.
Journal of Physical Chemistry A, 2015, 119, 9160-9166.

1.1 7

5198 Phase Behavior and Flow in Shale Nanopores From Molecular Simulations. , 2015, , . 6

5199 Increased Microbial Butanol Tolerance by Exogenous Membrane Insertion Molecules. ChemSusChem,
2015, 8, 3718-3726. 3.6 19

5200
Molecular Dynamics Simulations Investigation of Structure and Thermodynamic Properties of
Symmetric Poly(styreneâ€•<i>block</i>â€•acrylic acid) (PSâ€•<i>b</i>â€•PAA) Micelle in Saltâ€•Free Aqueous Solution.
Macromolecular Theory and Simulations, 2015, 24, 580-594.

0.6 2

5201 Molecular dynamics in a grand ensemble: Bergmannâ€“Lebowitz model and adaptive resolution
simulation. New Journal of Physics, 2015, 17, 083042. 1.2 49



282

Citation Report

# Article IF Citations

5202 Water solvent effects using continuum and discrete models: The nitromethane molecule,
CH<sub>3</sub>NO<sub>2</sub>. Journal of Computational Chemistry, 2015, 36, 2260-2269. 1.5 10

5203 Effect of intrinsic and extrinsic factors on the simulated D-band length of type I collagen. Proteins:
Structure, Function and Bioinformatics, 2015, 83, 1800-1812. 1.5 20

5204 Water and methane in shale rocks: Flow pattern effects on fluid transport and pore structure. AICHE
Journal, 2015, 61, 2993-2999. 1.8 55

5205
Three-dimensional reference interaction site model self-consistent field analysis of solvent and
substituent effects on the absorption spectra of Brooker's merocyanine. Journal of Computational
Chemistry, 2015, 36, 1655-1663.

1.5 7

5206 Algorithms for <scp>GPU</scp>â€•based molecular dynamics simulations of complex fluids: Applications
to water, mixtures, and liquid crystals. Journal of Computational Chemistry, 2015, 36, 1787-1804. 1.5 7

5207 Structural Properties of Liquid Water and Ice Ih from Ab-Initio Molecular Dynamics with a Non-Local
Correlation Functional. Energies, 2015, 8, 9383-9391. 1.6 20

5208 AÎ²1-25-Derived Sphingolipid-Domain Tracer Peptide SBD Interacts with Membrane Ganglioside Clusters
via a Coil-Helix-Coil Motif. International Journal of Molecular Sciences, 2015, 16, 26318-26332. 1.8 3

5209 Molecular simulation of water vaporâ€“liquid phase interfaces using TIP4P/2005 model. EPJ Web of
Conferences, 2015, 92, 02071. 0.1 3

5210 Molecular Dynamics Simulation of the Effect of Angle Variation on Water Permeability through
Hourglass-Shaped Nanopores. Materials, 2015, 8, 7257-7268. 1.3 15

5211 The Calcium Goes Meow: Effects of Ions and Glycosylation on Fel d 1, the Major Cat Allergen. PLoS
ONE, 2015, 10, e0132311. 1.1 15

5212 Extrapolation of Inter Domain Communications and Substrate Binding Cavity of Camel HSP70 1A: A
Molecular Modeling and Dynamics Simulation Study. PLoS ONE, 2015, 10, e0136630. 1.1 16

5213 Comparison of the Internal Dynamics of Metalloproteases Provides New Insights on Their Function
and Evolution. PLoS ONE, 2015, 10, e0138118. 1.1 7

5214 Molecular features of interaction between VEGFA and anti-angiogenic drugs used in retinal diseases: a
computational approach. Frontiers in Pharmacology, 2015, 6, 248. 1.6 73

5215 Macromolecular crowding studies of amino acids using NMR diffusion measurements and molecular
dynamics simulations. Frontiers in Physics, 2015, 3, . 1.0 12

5216 Thermodynamic mechanism of the density anomaly of liquid water. Frontiers in Physics, 2015, 3, . 1.0 8

5217 Simulating Molecular Interactions of Carbon Nanoparticles with a Double-Stranded DNA Fragment.
Journal of Chemistry, 2015, 2015, 1-6. 0.9 5

5218 Electronic Properties in Supercritical Fluids. Advances in Quantum Chemistry, 2015, , 323-339. 0.4 6

5219 Molecular Dynamics Simulation of Î³S-WT and Î³S-G18V. , 2015, , . 0



283

Citation Report

# Article IF Citations

5221 Daucosterol derived from Cordyceps (a Traditional Chinese Medicine) as a possible lead compound for
allergic transfusion reactions. Bangladesh Journal of Pharmacology, 2015, 10, . 0.1 1

5222 Analyzing ion distributions around DNA: sequence-dependence of potassium ion distributions from
microsecond molecular dynamics. Nucleic Acids Research, 2015, 43, 2412-2423. 6.5 97

5223 The A in SAFT: developing the contribution of association to the Helmholtz free energy within a
Wertheim TPT1 treatment of generic Mie fluids. Molecular Physics, 2015, 113, 948-984. 0.8 114

5224 A molecular dynamics study of model SI clathrate hydrates: the effect of guest size and guestâ€“water
interaction on decomposition kinetics. Physical Chemistry Chemical Physics, 2015, 17, 9509-9518. 1.3 28

5225 Structural investigation on the electrostatic loop of native and mutated SOD1 and their interaction
with therapeutic compounds. RSC Advances, 2015, 5, 34630-34644. 1.7 18

5226 Mean ionic activity coefficients in aqueous NaCl solutions from molecular dynamics simulations.
Journal of Chemical Physics, 2015, 142, 044507. 1.2 113

5227 Structure and dynamics of POPC bilayers in water solutions of room temperature ionic liquids.
Journal of Chemical Physics, 2015, 142, 124706. 1.2 59

5228 Reparametrized E3B (Explicit Three-Body) Water Model Using the TIP4P/2005 Model as a Reference.
Journal of Chemical Theory and Computation, 2015, 11, 2268-2277. 2.3 43

5229
Effects of Temperature on the Thermodynamic and Dynamical Properties of Glycerolâ€“Water Mixtures:
A Computer Simulation Study of Three Different Force Fields. Journal of Physical Chemistry B, 2015,
119, 6250-6261.

1.2 25

5230 Bottom-Up Coarse-Graining of Peptide Ensembles and Helixâ€“Coil Transitions. Journal of Chemical
Theory and Computation, 2015, 11, 1278-1291. 2.3 49

5231 Random Matrix Theory of Rigidity in Soft Matter. Journal of the Physical Society of Japan, 2015, 84,
063801. 0.7 3

5232 Electrolyte pore/solution partitioning by expanded grand canonical ensemble Monte Carlo
simulation. Journal of Chemical Physics, 2015, 142, 124705. 1.2 19

5233 Microscopic Dynamics of Water and Hydrocarbon in Shale-Kerogen Pores of Potentially Mixed
Wettability. SPE Journal, 2015, 20, 112-124. 1.7 123

5234 Mechanism of Action of Thalassospiramides, A New Class of Calpain Inhibitors. Scientific Reports, 2015,
5, 8783. 1.6 16

5235 Molecular simulation of oligo-glutamates in a calcium-rich aqueous solution: insights into
peptide-induced polymorph selection. CrystEngComm, 2015, 17, 6863-6867. 1.3 9

5236 Salting-Out of Methane in the Aqueous Solutions of Urea and Glycineâ€“Betaine. Journal of Physical
Chemistry B, 2015, 119, 10941-10953. 1.2 13

5237 Self-association behaviour of<i>atactic</i>polymethacrylic acid in aqueous solution investigated by
atomistic molecular dynamics simulations. Molecular Simulation, 2015, 41, 1110-1121. 0.9 17

5238 Surface behavior of amphiphiles in aqueous solution: a comparison between different pentanol
isomers. Physical Chemistry Chemical Physics, 2015, 17, 14036-14044. 1.3 34



284

Citation Report

# Article IF Citations

5239 Translational diffusion of hydration water correlates with functional motions in folded and
intrinsically disordered proteins. Nature Communications, 2015, 6, 6490. 5.8 199

5240 Kirkwoodâ€“Buff Approach Rescues Overcollapse of a Disordered Protein in Canonical Protein Force
Fields. Journal of Physical Chemistry B, 2015, 119, 7975-7984. 1.2 70

5241 Phase changes of the water hexamer and octamer in the gas phase and adsorbed on polycyclic
aromatic hydrocarbons. Physical Chemistry Chemical Physics, 2015, 17, 17079-17089. 1.3 25

5242 Understanding Wetting Transitions Using Molecular Simulation. Springer Tracts in Mechanical
Engineering, 2015, , 139-166. 0.1 1

5243 High-order Cu(II) chloro-complexes in LiCl brines: Insights from density function theory and
molecular dynamics. Geochimica Et Cosmochimica Acta, 2015, 165, 1-13. 1.6 15

5244 Molecular insight into the dynamical adsorption behavior of nanoscale water droplets on a
heterogeneous surface. RSC Advances, 2015, 5, 52322-52329. 1.7 7

5245 Prediction of the phase equilibria of methane hydrates using the direct phase coexistence
methodology. Journal of Chemical Physics, 2015, 142, 044501. 1.2 111

5247 A molecular dynamics study of water transport inside an epoxy polymer matrix. Computational
Materials Science, 2015, 106, 29-37. 1.4 53

5248 QMMMW: A wrapper for QM/MM simulations with Quantum ESPRESSO Â and LAMMPS. Computer Physics
Communications, 2015, 195, 191-198. 3.0 6

5249
Understanding the Role of Temperature Change and the Presence of NaCl Salts on Caffeine
Aggregation in Aqueous Solution: From Structural and Thermodynamics Point of View. Journal of
Physical Chemistry B, 2015, 119, 6421-6432.

1.2 29

5250 3D RISM theory with fast reciprocal-space electrostatics. Journal of Chemical Physics, 2015, 142, 114107. 1.2 23

5251
Molecular array behavior and synergistic effect of sodium alcohol ether sulphate and carboxyl
betaine/sulfobetaine in foam film under high salt conditions. Colloids and Surfaces A:
Physicochemical and Engineering Aspects, 2015, 480, 138-148.

2.3 40

5252
Ab initio molecular dynamics studies of hydrogen bonded structure, molecular motion, and
frequency fluctuations of water in the vicinity of azide ions. Journal of Chemical Physics, 2015, 142,
164505.

1.2 5

5253 An AOT reverse micelle in a medium of supercritical carbon dioxide. Colloid Journal, 2015, 77, 306-311. 0.5 6

5254 Evaluation of the Efficiency of Clathrate Hydrates in Storing Energy Gases. Journal of Physics:
Conference Series, 2015, 640, 012026. 0.3 4

5255 Allostery mediates ligand binding to WWOX tumor suppressor via a conformational switch. Journal
of Molecular Recognition, 2015, 28, 220-231. 1.1 7

5256 Molecular Dynamics Simulations of Pyrophyllite Edge Surfaces: Structure, Surface Energies, and
Solvent Accessibility. Clays and Clay Minerals, 2015, 63, 277-289. 0.6 28

5257 Binding Enthalpy Calculations for a Neutral Hostâ€“Guest Pair Yield Widely Divergent Salt Effects
across Water Models. Journal of Chemical Theory and Computation, 2015, 11, 4555-4564. 2.3 36



285

Citation Report

# Article IF Citations

5258 Empirical Optimization of Interactions between Proteins and Chemical Denaturants in Molecular
Simulations. Journal of Chemical Theory and Computation, 2015, 11, 5543-5553. 2.3 23

5259 Competitive interaction of monovalent cations with DNA from 3D-RISM. Nucleic Acids Research, 2015,
43, 8405-8415. 6.5 47

5260
Femtosecond 2DIR spectroscopy of the nitrile stretching vibration of thiocyanate anions in
liquid-to-supercritical heavy water. Spectral diffusion and libration-induced hydrogen-bond
dynamics. Physical Chemistry Chemical Physics, 2015, 17, 29776-29785.

1.3 16

5261 Geometric Origins of Surfactant Effectiveness in Mixed Solvent Systems. Journal of Physical
Chemistry C, 2015, 119, 28061-28067. 1.5 2

5262 Mechanism of Polymer Collapse in Miscible Good Solvents. Journal of Physical Chemistry B, 2015, 119,
15780-15788. 1.2 95

5263 Molecular dynamics simulation of carbon dioxide in single-walled carbon nanotubes in the presence
of water: structure and diffusion studies. Molecular Physics, 2015, 113, 1124-1136. 0.8 21

5264 H95 Is a pH-Dependent Gate in Aquaporin 4. Structure, 2015, 23, 2309-2318. 1.6 47

5265 Frustrated Solvation Structures Can Enhance Electron Transfer Rates. Journal of Physical Chemistry
Letters, 2015, 6, 4804-4808. 2.1 67

5266 Assessment of the DNA-binding properties of actinomycin and its derivatives by molecular dynamics
simulation. Biophysics (Russian Federation), 2015, 60, 893-899. 0.2 4

5267 Ion and water transport in charge-modified graphene nanopores. Chinese Physics B, 2015, 24, 108201. 0.7 11

5268 Electrokinetic transport in silica nanochannels with asymmetric surface charge. Microfluidics and
Nanofluidics, 2015, 19, 1455-1464. 1.0 24

5269 POLYANAâ€”A tool for the calculation of molecular radial distribution functions based on Molecular
Dynamics trajectories. Computer Physics Communications, 2015, 197, 220-226. 3.0 7

5270 Temperature Dependence of CO<sub>2</sub>and Ethanol Diffusion in Champagne Wines: A Joint
Molecular Dynamics and<sup>13</sup>C NMR Study. ACS Symposium Series, 2015, , 69-83. 0.5 0

5271 Structure and Dynamics of NaCl Ion Pairing in Solutions of Water and Methanol. Journal of Physical
Chemistry B, 2015, 119, 15652-15661. 1.2 31

5272 Seeing Molecules in Motion in Aqueous Solutions. Proceedings of the National Academy of Sciences
India Section A - Physical Sciences, 2015, 85, 527-530. 0.8 0

5273
Microsecond-Scale MD Simulations of HIV-1 DIS Kissing-Loop Complexes Predict Bulged-In
Conformation of the Bulged Bases and Reveal Interesting Differences between Available Variants of
the AMBER RNA Force Fields. Journal of Physical Chemistry B, 2015, 119, 15176-15190.

1.2 20

5274 Spontaneous transition of a water droplet from the Wenzel state to the Cassie state: a molecular
dynamics simulation study. Physical Chemistry Chemical Physics, 2015, 17, 30533-30539. 1.3 37

5275 Molecular Dynamics Evaluation of Dielectric Constant Mixing Rules for H2Oâ€“CO2 at Geologic
Conditions. Journal of Solution Chemistry, 2015, 44, 2179-2193. 0.6 9



286

Citation Report

# Article IF Citations

5276 Helix 8 and the i3 Loop of the Muscarinic M3 Receptor Are Crucial Sites for Its Regulation by the
GÎ²5-RGS7 Complex. Biochemistry, 2015, 54, 1077-1088. 1.2 6

5277 Effect of entrapped phase on the filling characteristics of closed-end nanopores. Soft Matter, 2015, 11,
161-168. 1.2 11

5278 Effects of dispersion interaction on vibrational spectral diffusion in aqueous NaBr solutions: An ab
initio molecular dynamics study. Chemical Physics, 2015, 448, 1-8. 0.9 8

5279 Morphology of Supported Polymer Electrolyte Ultrathin Films: A Numerical Study. Journal of Physical
Chemistry C, 2015, 119, 1201-1216. 1.5 52

5280 The effect of surface topography on the micellisation of hexadecyltrimethylammonium chloride at
the silicon-aqueous interface. Journal of Physics Condensed Matter, 2015, 27, 054008. 0.7 1

5281 Molecular dynamics simulations of proton-ordered water confined in low-diameter carbon
nanotubes. Physical Chemistry Chemical Physics, 2015, 17, 7303-7316. 1.3 14

5282 Water: one molecule, two surfaces, one mistake. Molecular Physics, 2015, 113, 1145-1163. 0.8 51

5283 Effect of the hydroaffinity and topology of pore walls on the structure and dynamics of confined
water. Journal of Chemical Physics, 2015, 142, 034703. 1.2 28

5284 Nuclear quantum effects in liquid water from path-integral simulations using an<i>ab
initio</i>force-matching approach. Molecular Physics, 2015, 113, 808-822. 0.8 32

5285 Molecular dynamics study of the local structure and diffusivity of partially miscible
water/n-alcohols binary mixtures. Journal of Molecular Liquids, 2015, 205, 46-53. 2.3 7

5286 Computational and Experimental Study of the Behavior of Cyano-Based Ionic Liquids in Aqueous
Solution. Journal of Physical Chemistry B, 2015, 119, 1567-1578. 1.2 25

5287 Interfacial Water Properties in the Presence of Surfactants. Langmuir, 2015, 31, 2084-2094. 1.6 10

5288
Quantum Dynamics of Carbon Dioxide Encapsulated in the Cages of the sI Clathrate Hydrate:
Structural Guest Distributions and Cage Occupation. Journal of Physical Chemistry C, 2015, 119,
3945-3956.

1.5 21

5289 Convergence and reproducibility in molecular dynamics simulations of the DNA duplex
d(GCACGAACGAACGAACGC). Biochimica Et Biophysica Acta - General Subjects, 2015, 1850, 1041-1058. 1.1 136

5290
The interplay between molecular layering and clustering in adsorption of gases on graphitized
thermal carbon black â€“ Spill-over phenomenon and the important role of strong sites. Journal of
Colloid and Interface Science, 2015, 446, 98-113.

5.0 26

5291 Solvation structures of lithium halides in methanolâ€“water mixtures. Chemical Physics, 2015, 447,
76-85. 0.9 13

5292 Ab Initio Water Pair Potential with Flexible Monomers. Journal of Physical Chemistry A, 2015, 119,
2940-2964. 1.1 43

5293
Quantitative Assessments of the Distinct Contributions of Polypeptide Backbone Amides versus Side
Chain Groups to Chain Expansion via Chemical Denaturation. Journal of the American Chemical
Society, 2015, 137, 2984-2995.

6.6 104



287

Citation Report

# Article IF Citations

5294

Insights into the Structures of the Gas-Phase Hydrated Cations
M<sup>+</sup>(H<sub>2</sub>O)<sub><i>n</i></sub>Ar (M = Li, Na, K, Rb, and Cs; <i>n</i> = 3â€“5) Using
Infrared Photodissociation Spectroscopy and Thermodynamic Analysis. Journal of Physical Chemistry
A, 2015, 119, 2037-2051.

1.1 33

5295 Structure of Alkylimidazolium-Based Ionic Liquids at the Interface with Vacuum and Waterâ€”A
Molecular Dynamics Study. Journal of Physical Chemistry B, 2015, 119, 3795-3807. 1.2 40

5296
NO<sub>3</sub><sup>â€“</sup> Coordination in Aqueous Solutions by <sup>15</sup>N/<sup>14</sup>N
and <sup>18</sup>O/<sup>nat</sup>O Isotopic Substitution: What Can We Learn from Molecular
Simulation?. Journal of Physical Chemistry B, 2015, 119, 519-531.

1.2 20

5297
Evaluation of Aqueous and Nonaqueous Binary Solvent Mixtures as Mobile Phase Alternatives to
Waterâ€“Acetonitrile Mixtures for Hydrophilic Interaction Liquid Chromatography by Molecular
Dynamics Simulations. Journal of Physical Chemistry C, 2015, 119, 512-523.

1.5 33

5298 Representation of Ionâ€“Protein Interactions Using the Drude Polarizable Force-Field. Journal of
Physical Chemistry B, 2015, 119, 9401-9416. 1.2 101

5299 Revised Parameters for the AMOEBA Polarizable Atomic Multipole Water Model. Journal of Physical
Chemistry B, 2015, 119, 9423-9437. 1.2 183

5300 Scattering Form Factors for Russian Doll Aerosol Droplet Models. Journal of Physical Chemistry B,
2015, 119, 9304-9311. 1.2 6

5301 QM/MM Investigation of ATP Hydrolysis in Aqueous Solution. Journal of Physical Chemistry B, 2015, 119,
3720-3726. 1.2 29

5302 Simulation of Graphene Nanoribbon Aggregation and Its Mediation by Edge Decoration. Journal of
Physical Chemistry B, 2015, 119, 4766-4776. 1.2 7

5303 Exploring Molecular Insights into Aggregation of Hydrotrope Sodium Cumene Sulfonate in Aqueous
Solution: A Molecular Dynamics Simulation Study. Journal of Physical Chemistry B, 2015, 119, 3142-3154. 1.2 15

5304 Why is Benzene Soluble in Water? Role of OH/Ï€ Interaction in Solvation. Journal of Chemical Theory
and Computation, 2015, 11, 1181-1194. 2.3 25

5305 Determination of the Formylglycinamide Ribonucleotide Amidotransferase Ammonia Pathway by
Combining 3D-RISM Theory with Experiment. ACS Chemical Biology, 2015, 10, 698-704. 1.6 11

5306 Loop-Closure and Gaussian Models of Collective Structural Characteristics of Capped PEO Oligomers
in Water. Journal of Physical Chemistry B, 2015, 119, 8863-8867. 1.2 3

5307
Thermodynamics of Small Alkali Metal Halide Cluster Ions: Comparison of Classical Molecular
Simulations with Experiment and Quantum Chemistry. Journal of Physical Chemistry A, 2015, 119,
488-500.

1.1 7

5308 Hydration of Kr(aq) in Dilute and Concentrated Solutions. Journal of Physical Chemistry B, 2015, 119,
9098-9102. 1.2 20

5309 Investigation of the Structure of Ethanolâ€“Water Mixtures by Molecular Dynamics Simulation I:
Analyses Concerning the Hydrogen-Bonded Pairs. Journal of Physical Chemistry B, 2015, 119, 3070-3084. 1.2 67

5310
A comparative study of structural and conformational properties of casein kinase-1 isoforms: Insights
from molecular dynamics and principal component analysis. Journal of Theoretical Biology, 2015, 371,
59-68.

0.8 4

5311 Structural and Biophysical Methods to Analyze Clock Function and Mechanism. Methods in
Enzymology, 2015, 551, 223-266. 0.4 6



288

Citation Report

# Article IF Citations

5312 An Extension of Wolfâ€™s Method for the Treatment of Electrostatic Interactions: Application to Liquid
Water and Aqueous Solutions. Journal of Physical Chemistry B, 2015, 119, 1974-1985. 1.2 19

5313 Exploring the structure and dynamics of nano-confined water molecules using molecular dynamics
simulations. Molecular Simulation, 2015, 41, 463-470. 0.9 18

5314 Mutual Exclusion of Urea and Trimethylamine <i>N</i>-Oxide from Amino Acids in Mixed Solvent
Environment. Journal of Physical Chemistry Letters, 2015, 6, 581-585. 2.1 72

5315 Nonresonant Energy Transfers Independent on the Phonon Densities in Polyatomic Liquids. Journal of
Physical Chemistry A, 2015, 119, 669-680. 1.1 8

5316
Quantum mechanical and molecular mechanics approach with a multilayered-quantum representation
study of solvent effects and potentials of mean force for the CH3CH2ClÂ +Â ClOâˆ’ SN2 reaction in
aqueous solution. Theoretical Chemistry Accounts, 2015, 134, 1.

0.5 1

5317
Promising Performance Indicators for Water Desalination and Aqueous Capacitors Obtained by
Engineering the Electric Double Layer in Nano-Structured Carbon Electrodes. Journal of Physical
Chemistry C, 2015, 119, 3331-3337.

1.5 22

5318 Interfacial Water Screens the Protein-Induced Transmembrane Voltage. Journal of Physical Chemistry
B, 2015, 119, 1474-1482. 1.2 6

5319 Coulomb explosion during the early stages of the reaction of alkali metals with water. Nature
Chemistry, 2015, 7, 250-254. 6.6 89

5320 Proton transfer through hydrogen bonds in two-dimensional water layers: A theoretical study based
on <i>ab initio</i> and quantum-classical simulations. Journal of Chemical Physics, 2015, 142, 044701. 1.2 20

5321 Effect of Cholesterol on the Structure of Membrane-Attached Cytochrome P450 3A4. Journal of
Chemical Information and Modeling, 2015, 55, 628-635. 2.5 25

5322
Predicting the excess solubility of acetanilide, acetaminophen, phenacetin, benzocaine, and caffeine in
binary water/ethanol mixtures via molecular simulation. Journal of Chemical Physics, 2015, 142,
044508.

1.2 37

5323 Can We Execute Stable Microsecond-Scale Atomistic Simulations of Proteinâ€“RNA Complexes?. Journal
of Chemical Theory and Computation, 2015, 11, 1220-1243. 2.3 67

5324 A Combined Experimental and Computational Study on the Stability of Nanofluids Containing Metal
Organic Frameworks. Journal of Physical Chemistry B, 2015, 119, 8992-8999. 1.2 29

5325 Solvation Dynamics in Liquid Water. 1. Ultrafast Energy Fluxes. Journal of Physical Chemistry B, 2015,
119, 7558-7570. 1.2 26

5326 Hydrophobicity Scaling of Aqueous Interfaces by an Electrostatic Mapping. Journal of Physical
Chemistry B, 2015, 119, 9268-9277. 1.2 22

5327 Molecular Insights into the Role of Aqueous Trehalose Solution on Temperature-Induced Protein
Denaturation. Journal of Physical Chemistry B, 2015, 119, 1598-1610. 1.2 35

5328 Kinetic dielectric decrement revisited: phenomenology of finite ion concentrations. Physical
Chemistry Chemical Physics, 2015, 17, 130-133. 1.3 40

5329 Hydrophilic Nanotube Supported Grapheneâ€“Water Dispersible Carbon Superstructure with Excellent
Conductivity. Advanced Functional Materials, 2015, 25, 1481-1487. 7.8 66



289

Citation Report

# Article IF Citations

5330 Effect of osmolytes on the binding of <scp>EGR</scp>1 transcription factor to <scp>DNA</scp>.
Biopolymers, 2015, 103, 74-87. 1.2 7

5331
General order parameter based correlation analysis of protein backbone motions between
experimental NMR relaxation measurements and molecular dynamics simulations. Biochemical and
Biophysical Research Communications, 2015, 457, 467-472.

1.0 3

5332 Molecular Dynamics Simulation of Self-Aggregation of Asphaltenes at an Oil/Water Interface:
Formation and Destruction of the Asphaltene Protective Film. Energy &amp; Fuels, 2015, 29, 1233-1242. 2.5 138

5333 Dynamic spreading of a nanosized droplet on a solid in an electric field. Physical Chemistry Chemical
Physics, 2015, 17, 5543-5546. 1.3 22

5334
Thermodynamics of fluid conduction through hydrophobic channel of carbon nanotubes: The
exciting force for filling of nanotubes with polar and nonpolar fluids. Journal of Chemical Physics,
2015, 142, 074501.

1.2 18

5335 Role of surfactant structure in aqueous dispersions of carbon nanotubes. Fluid Phase Equilibria,
2015, 394, 19-28. 1.4 29

5336 Computer simulation of CO2/CH4 mixture adsorption in wet microporous carbons. Colloid Journal,
2015, 77, 82-90. 0.5 9

5337 Translational diffusion of water inside hydrophobic carbon micropores studied by neutron
spectroscopy and molecular dynamics simulation. Physical Review E, 2015, 91, 022124. 0.8 16

5338 The Surface Potential of the Waterâ€“Vapor Interface from Classical Simulations. Journal of Physical
Chemistry B, 2015, 119, 9114-9122. 1.2 37

5339 Ultrafast Dynamics of Liquid Water: Energy Relaxation and Transfer Processes of the OH Stretch and
the HOH Bend. Journal of Physical Chemistry B, 2015, 119, 11068-11078. 1.2 35

5340
Comparison of structural, thermodynamic, kinetic and mass transport properties of Mg<sup>2+</sup>
ion models commonly used in biomolecular simulations. Journal of Computational Chemistry, 2015, 36,
970-982.

1.5 79

5341 Electric Interfacial Layer of Modified Cellulose Nanocrystals in Aqueous Electrolyte Solution:
Predictions by the Molecular Theory of Solvation. Langmuir, 2015, 31, 7106-7116. 1.6 15

5342
Ion association characteristics in MgCl<sub>2</sub>and CaCl<sub>2</sub>aqueous solutions: a
density functional theory and molecular dynamics investigation. Molecular Physics, 2015, 113,
3545-3558.

0.8 20

5343
Remarkable conformational flexibility of aqueous 18-crown-6 and its strontium(<scp>ii</scp>)
complex â€“ ab initio molecular dynamics simulations. Physical Chemistry Chemical Physics, 2015, 17,
16359-16366.

1.3 8

5344 Adaptive resolution simulation of a biomolecule and its hydration shell: Structural and dynamical
properties. Journal of Chemical Physics, 2015, 142, 195101. 1.2 47

5345 Nature of CTAB/Water/Chloroform Reverse Micelles at Above- and Subzero Temperatures Studied by
NMR and Molecular Dynamics Simulations. Langmuir, 2015, 31, 8284-8293. 1.6 14

5346 Metadynamics Simulations of Nucleation. Springer Series in Materials Science, 2015, , 57-85. 0.4 1

5347 Molecular modeling study of a series of amodiaquine analogues with antimalarial activity. Medicinal
Chemistry Research, 2015, 24, 3529-3536. 1.1 5



290

Citation Report

# Article IF Citations

5348
Microscopic structure of methanolâ€“water mixtures: Synchrotron X-ray diffraction experiments and
molecular dynamics simulations over the entire composition range. Journal of Molecular Liquids,
2015, 209, 586-595.

2.3 27

5349 Molecular dynamics simulations of organohalide perovskite precursors: solvent effects in the
formation of perovskite solar cells. Physical Chemistry Chemical Physics, 2015, 17, 22770-22777. 1.3 32

5350 Molecular dynamics simulations of structural transformation of perfluorooctane sulfonate (PFOS)
at water/rutile interfaces. Chemosphere, 2015, 134, 272-278. 4.2 21

5351 Effect of Cu2+ activation on interfacial water structure at the sphalerite surface as studied by
molecular dynamics simulation. International Journal of Mineral Processing, 2015, 145, 66-76. 2.6 9

5352 Theoretical investigation of the effect of OHâˆ’ ions on O2 adsorption on low-index Pt surfaces in
alkaline solution. Applied Surface Science, 2015, 351, 853-861. 3.1 4

5353 Zinc complexation in chloride-rich hydrothermal fluids (25â€“600 Â°C): A thermodynamic model derived
from ab initio molecular dynamics. Geochimica Et Cosmochimica Acta, 2015, 150, 265-284. 1.6 85

5354 Surface force at the nano-scale: observation of non-monotonic surface tension and disjoining
pressure. Physical Chemistry Chemical Physics, 2015, 17, 20502-20507. 1.3 19

5355 Particle and Energy Pair and Triplet Correlations in Liquids and Liquid Mixtures from Experiment and
Simulation. Journal of Physical Chemistry B, 2015, 119, 7761-7777. 1.2 15

5356 Exploring the Counteracting Mechanism of Trehalose on Urea Conferred Protein Denaturation: A
Molecular Dynamics Simulation Study. Journal of Physical Chemistry B, 2015, 119, 9820-9834. 1.2 27

5357 Hydration in Discrete Water (II): From Neutral to Charged Solutes. Journal of Physical Chemistry B,
2015, 119, 5970-5978. 1.2 6

5358 Temperature Dependence of Hydroxymethyl Group Rotamer Populations in Cellooligomers. Journal of
Physical Chemistry B, 2015, 119, 9559-9570. 1.2 11

5359 Spatial and Orientational Structure of the Hydration Shell of Benzene in Sub- and Supercritical
Water. Journal of Physical Chemistry B, 2015, 119, 8600-8612. 1.2 16

5360 First-Principles Simulation Study of Vibrational Spectral Diffusion and Hydrogen Bond Fluctuations
in Aqueous Solution of <i>N</i>-Methylacetamide. Journal of Physical Chemistry B, 2015, 119, 9858-9867. 1.2 31

5361
Comparison Studies on Sub-Nanometer-Sized Ion Clusters in Aqueous Solutions: Vibrational Energy
Transfers, MD Simulations, and Neutron Scattering. Journal of Physical Chemistry B, 2015, 119,
9893-9904.

1.2 11

5362 Friction Reduction at a Superhydrophilic Surface: Role of Ordered Water. Journal of Physical
Chemistry C, 2015, 119, 11679-11684. 1.5 66

5363 Hydration of Hydroxyl and Amino Groups Examined by Molecular Dynamics and Neutron Scattering.
Journal of Physical Chemistry B, 2015, 119, 6357-6365. 1.2 13

5364 Boundary Condition Effects on the Dynamic and Electric Properties of Hydration Layers. Journal of
Physical Chemistry A, 2015, 119, 5465-5475. 1.1 10

5365 In silicoInvestigation of the PglB Active Site Reveals Transient Catalytic States and Octahedral Metal
Ion Coordination. Glycobiology, 2015, 25, 1183-1195. 1.3 13



291

Citation Report

# Article IF Citations

5366 Interaction preferences between nucleobase mimetics and amino acids in aqueous solutions. Physical
Chemistry Chemical Physics, 2015, 17, 21414-21422. 1.3 15

5367 Two-Dimensional Ordering of Ionic Liquids Confined by Layered Silicate Plates via Molecular Dynamics
Simulation. Journal of Physical Chemistry C, 2015, 119, 19244-19252. 1.5 27

5368 Interfacial and wetting properties of poly(3-hexylthiophene)â€“water systems. Chemical Physics Letters,
2015, 635, 139-145. 1.2 7

5369 Solvation of salicylic acid in pure, methanol-modified and water-modified supercritical carbon
dioxide: Molecular dynamics simulation. Journal of Supercritical Fluids, 2015, 104, 227-233. 1.6 11

5370
Water in Hydration Shell of an Iodide Ion: Structure and Dynamics of Solute-Water Hydrogen Bonds
and Vibrational Spectral Diffusion from First-Principles Simulations. Journal of Physical Chemistry B,
2015, 119, 8561-8572.

1.2 36

5371 Water-wetting surfaces as hydrate promoters during transport of carbon dioxide with impurities.
Physical Chemistry Chemical Physics, 2015, 17, 12683-12697. 1.3 18

5372 Curvature Dependence of Hydrophobic Hydration Dynamics. Physical Review Letters, 2015, 114, 187802. 2.9 17

5373 Model for the interpretation of nuclear magnetic resonance relaxometry of hydrated porous silicate
materials. Physical Review E, 2015, 91, 032311. 0.8 20

5374 Molecular density functional theory for water with liquid-gas coexistence and correct pressure.
Journal of Chemical Physics, 2015, 142, 154112. 1.2 26

5375 Molecular dynamics simulation of CO2 hydrates: Prediction of three phase coexistence line. Journal
of Chemical Physics, 2015, 142, 124505. 1.2 96

5376 The interplay between dynamic heterogeneities and structure of bulk liquid water: A molecular
dynamics simulation study. Journal of Chemical Physics, 2015, 142, 244507. 1.2 4

5377 Investigating the Counteracting Effect of Trehalose on Urea-Induced Protein Denaturation Using
Molecular Dynamics Simulation. Journal of Physical Chemistry B, 2015, 119, 10975-10988. 1.2 41

5378 Ion Association in Hydrothermal Sodium Sulfate Solutions Studied by Modulated FT-IR-Raman
Spectroscopy and Molecular Dynamics. Journal of Physical Chemistry B, 2015, 119, 9847-9857. 1.2 24

5379 Dissolving process of a cellulose bunch in ionic liquids: a molecular dynamics study. Physical
Chemistry Chemical Physics, 2015, 17, 17894-17905. 1.3 92

5380
Free energetics of carbon nanotube association in aqueous inorganic <scp>N</scp>a<scp>I</scp> salt
solutions: Temperature effects using allâ€•atom molecular dynamics simulations. Journal of
Computational Chemistry, 2015, 36, 1196-1212.

1.5 2

5381 Effect of surface oxidation on interfacial water structure at a pyrite (100) surface as studied by
molecular dynamics simulation. International Journal of Mineral Processing, 2015, 139, 64-76. 2.6 37

5382 A Combined Experimental and Molecular Dynamics Study of Iodide-Based Ionic Liquid and Water
Mixtures. Journal of Physical Chemistry B, 2015, 119, 8764-8772. 1.2 31

5383 Wettability of organically coated tridymite surface â€“ molecular dynamics study. Pure and Applied
Chemistry, 2015, 87, 405-413. 0.9 4



292

Citation Report

# Article IF Citations

5384
How osmolytes influence hydrophobic polymer conformations: A unified view from experiment and
theory. Proceedings of the National Academy of Sciences of the United States of America, 2015, 112,
9270-9275.

3.3 98

5385 Quantifying the co-solvent effects on trypsin from the digestive system of carp Catla catla by
biophysical techniques and molecular dynamics simulations. RSC Advances, 2015, 5, 43023-43035. 1.7 3

5386 Effects of Bridge Functions on Radial Distribution Functions of Liquid Water. Interdisciplinary
Sciences, Computational Life Sciences, 2015, 7, 152-156. 2.2 0

5387 Broad spectrum assessment of the epitope fluctuationâ€”Immunogenicity hypothesis. Vaccine, 2015, 33,
5945-5949. 1.7 3

5388
The influence of hypermodified nucleosides lysidine and t<sup>6</sup>A to recognize the AUA codon
instead of AUG: a molecular dynamics simulation study. Integrative Biology (United Kingdom), 2015, 7,
1387-1395.

0.6 15

5389 Understanding the cation specific effects on the aqueous solubility of amino acids: from mono to
polyvalent cations. RSC Advances, 2015, 5, 15024-15034. 1.7 9

5390 Thermophysical properties of supercritical water and bond flexibility. Physical Review E, 2015, 92,
012124. 0.8 18

5391 Thermodynamic and Transport Properties of H<sub>2</sub>O + NaCl from Polarizable Force Fields.
Journal of Chemical Theory and Computation, 2015, 11, 3802-3810. 2.3 63

5392 <i>Ab Initio</i> Liquid Water Dynamics in Aqueous TMAO Solution. Journal of Physical Chemistry B,
2015, 119, 10597-10606. 1.2 44

5393 Retardation of Water Reorientation at the Oil/Water Interface. Journal of Physical Chemistry C, 2015,
119, 16639-16648. 1.5 16

5394 Dielectric properties of pyridine N-oxide aqueous solution under the static electric field and
microwave field. Molecular Physics, 2015, 113, 3495-3505. 0.8 2

5395 Insight into the impact of environments on structure of chimera C3 of human Î²-defensins 2 and 3 from
molecular dynamics simulations. Journal of Biomolecular Structure and Dynamics, 2015, 33, 1989-2002. 2.0 3

5396 Uranyl Solvation by a Three-Dimensional Reference Interaction Site Model. Journal of Physical
Chemistry A, 2015, 119, 8702-8713. 1.1 2

5397 Molecular Dynamics Simulations of NaCl Permeation in Bihydrated Montmorillonite Interlayer
Nanopores. Journal of Physical Chemistry C, 2015, 119, 17352-17361. 1.5 19

5398 The Activation Pathway of Human Rhodopsin in Comparison to Bovine Rhodopsin. Journal of
Biological Chemistry, 2015, 290, 20117-20127. 1.6 14

5399 Molecular dynamics simulation of water transport through graphene-based nanopores: Flow
behavior and structure characteristics. Chinese Journal of Chemical Engineering, 2015, 23, 1587-1592. 1.7 23

5400 Dry-Surface Simulation Method for the Determination of the Work of Adhesion of Solidâ€“Liquid
Interfaces. Langmuir, 2015, 31, 8335-8345. 1.6 56

5401 Molecular dynamics study of oil detachment from an amorphous silica surface in water medium.
Applied Surface Science, 2015, 353, 670-678. 3.1 14



293

Citation Report

# Article IF Citations

5402 Effect of surfactant SDS on DMSO transport across water/hexane interface by molecular dynamics
simulation. Chemical Engineering Science, 2015, 134, 813-822. 1.9 22

5403 Molecular Dynamics Simulations on Coalescence and Non-coalescence of Conducting Droplets.
Langmuir, 2015, 31, 7457-7462. 1.6 79

5404
Compounding effects of fluid confinement and surface strain on the wetâ€“dry transition,
thermodynamic response, and dynamics of waterâ€“graphene systems. Molecular Physics, 2015, 113,
1033-1042.

0.8 1

5405 Direct Coexistence Methods to Determine the Solubility of Salts in Water from Numerical
Simulations. Test Case NaCl. Journal of Physical Chemistry B, 2015, 119, 8389-8396. 1.2 43

5406
Ab Initio Derived Force Fields for Predicting CO<sub>2</sub> Adsorption and Accessibility of Metal
Sites in the Metalâ€“Organic Frameworks M-MOF-74 (M = Mn, Co, Ni, Cu). Journal of Physical Chemistry
C, 2015, 119, 16058-16071.

1.5 84

5407 Interactions of Multimodal Ligands with Proteins: Insights into Selectivity Using Molecular Dynamics
Simulations. Langmuir, 2015, 31, 7512-7523. 1.6 21

5408 Octa-Coordination and the Aqueous Ba<sup>2+</sup> Ion. Journal of Physical Chemistry B, 2015, 119,
8746-8753. 1.2 34

5409 Estimation of viscous dissipation in nanodroplet impact and spreading. Physics of Fluids, 2015, 27, . 1.6 69

5410 On combining <scp>T</scp>hole's induced point dipole model with fixed charge distributions in
molecular mechanics force fields. Journal of Computational Chemistry, 2015, 36, 739-750. 1.5 2

5411 Pathways to dewetting in hydrophobic confinement. Proceedings of the National Academy of Sciences
of the United States of America, 2015, 112, 8181-8186. 3.3 95

5412 Slow dynamics of water confined in Newton black films. Physical Chemistry Chemical Physics, 2015, 17,
19183-19193. 1.3 12

5413 Structural glycobiology of human Î±<sub>1</sub>-acid glycoprotein and its implications for
pharmacokinetics and inflammation. Glycobiology, 2015, 25, 1125-1133. 1.3 25

5414 Carbon capture turned upside down: high-temperature adsorption &amp; low-temperature desorption
(HALD). Energy and Environmental Science, 2015, 8, 2480-2491. 15.6 19

5415 New self-assembled supramolecular hydrogels based on dehydropeptides. Journal of Materials
Chemistry B, 2015, 3, 6355-6367. 2.9 30

5416 Fluid infiltration pressure for hydrophobic nanochannels. Physical Review E, 2015, 91, 033022. 0.8 31

5417 Why are fluid densities so low in carbon nanotubes?. Physics of Fluids, 2015, 27, . 1.6 40

5418 Unfolding and Folding Internal Friction of Î²-Hairpins Is Smaller than That of Î±-Helices. Journal of
Physical Chemistry B, 2015, 119, 4565-4574. 1.2 21

5419 Octanolâ€“Water Partition Coefficient from 3D-RISM-KH Molecular Theory of Solvation with Partial
Molar Volume Correction. Journal of Physical Chemistry B, 2015, 119, 5588-5597. 1.2 39



294

Citation Report

# Article IF Citations

5420 Conformational Preadjustment in Aqueous Claisen Rearrangement Revealed by SITS-QM/MM MD
Simulations. Journal of Physical Chemistry B, 2015, 119, 5518-5530. 1.2 17

5421 Carboxylate Ion Pairing with Alkali-Metal Ions for Î²-Lactoglobulin and Its Role on Aggregation and
Interfacial Adsorption. Journal of Physical Chemistry B, 2015, 119, 5505-5517. 1.2 32

5422 Fluorinated Carbide-Derived Carbon: More Hydrophilic, Yet Apparently More Hydrophobic. Journal of
the American Chemical Society, 2015, 137, 5969-5979. 6.6 18

5423 Conformational dynamics of bacterial and human cytoplasmic models of the ribosomal A-site.
Biochimie, 2015, 112, 96-110. 1.3 9

5424
Novel approach to the characterization of the pore structure and surface chemistry of porous
carbon with Ar, N2, H2O and CH3OH adsorption. Microporous and Mesoporous Materials, 2015, 209,
79-89.

2.2 39

5425 The hydration of formic acid and acetic acid. Journal of Molecular Liquids, 2015, 205, 85-92. 2.3 15

5426 Molecular dynamics simulation of the cooperative effect by different force fields in monosodium
glutamate aqueous solution. RSC Advances, 2015, 5, 35572-35578. 1.7 5

5427 Atomistic Insight into Tetraalkylphosphonium-Bis(oxalato)borate Ionic Liquid/Water Mixtures. I. Local
Microscopic Structure. Journal of Physical Chemistry B, 2015, 119, 5251-5264. 1.2 38

5428 Separation of 1,3-propanediol using supercritical CO2 microemulsion with non-ionic surfactant Ls-54:
Experiment and simulation. Chemical Engineering Journal, 2015, 273, 197-204. 6.6 17

5429 Water Dispersion Interactions Strongly Influence Simulated Structural Properties of Disordered
Protein States. Journal of Physical Chemistry B, 2015, 119, 5113-5123. 1.2 671

5430 Structure-Based Biophysical Analysis of the Interaction of Rhodopsin with G Protein and Arrestin.
Methods in Enzymology, 2015, 556, 563-608. 0.4 19

5431 Properties of water confined in hydroxyapatite nanopores as derived from molecular dynamics
simulations. Theoretical Chemistry Accounts, 2015, 134, 1. 0.5 22

5432 Structure of solvates of o-hydroxybenzoic acid in supercritical CO2-cosolvent media, according to
molecular dynamics data. Russian Journal of Physical Chemistry A, 2015, 89, 411-416. 0.1 9

5433 Hydrophobic and moisture-stable metalâ€“organic frameworks. Dalton Transactions, 2015, 44,
13490-13497. 1.6 55

5434 Biochemical Characterization and Computational Identification of Mycobacterium tuberculosis
Pyrazinamidase in Some Pyrazinamide-Resistant Isolates of Iran. Protein Journal, 2015, 34, 181-192. 0.7 6

5435 Early regimes of water capillary flow in slit silica nanochannels. Physical Chemistry Chemical Physics,
2015, 17, 14731-14739. 1.3 59

5436 Amphipathic Solvation of Indole: Implications for the Role of Tryptophan in Membrane Proteins.
Journal of Physical Chemistry B, 2015, 119, 5979-5987. 1.2 34

5437 Advances in theory and their application within the field of zeolite chemistry. Chemical Society
Reviews, 2015, 44, 7044-7111. 18.7 405



295

Citation Report

# Article IF Citations

5438 Membrane Permeation of a Peptide: It Is Better to be Positive. Journal of Physical Chemistry B, 2015, 119,
6412-6420. 1.2 44

5439 The Stability of Amino-Functionalized Polyhedral Oligomeric Silsesquioxanes in Water. Journal of
Physical Chemistry B, 2015, 119, 6433-6447. 1.2 14

5440 Molecular Determinants of Biased Agonism at the Dopamine D<sub>2</sub> Receptor. Journal of
Medicinal Chemistry, 2015, 58, 2703-2717. 2.9 42

5441 On the urea induced hydrophobic collapse of a water soluble polymer. Physical Chemistry Chemical
Physics, 2015, 17, 8491-8498. 1.3 56

5442 Square ice in graphene nanocapillaries. Nature, 2015, 519, 443-445. 13.7 602

5443 Molecular Dynamics Simulations of Adsorption of Catechol and Related Phenolic Compounds to
Alumina Surfaces. Journal of Physical Chemistry C, 2015, 119, 7721-7731. 1.5 40

5444 Exploring volume, compressibility and hydration changes of folded proteins upon compression.
Physical Chemistry Chemical Physics, 2015, 17, 8499-8508. 1.3 23

5445 Slow ligand-induced conformational switch increases the catalytic rate in Plasmodium falciparum
hypoxanthine guanine xanthine phosphoribosyltransferase. Molecular BioSystems, 2015, 11, 1410-1424. 2.9 10

5446 Molecular dynamics of Kv1.3 ion channel and structural basis of its inhibition by scorpion toxin-OSK1
derivatives. Biophysical Chemistry, 2015, 203-204, 1-11. 1.5 11

5447 A Coarse-Grained Simulation Study of the Structures, Energetics, and Dynamics of Linear and Circular
DNA with Its Ions. Journal of Chemical Theory and Computation, 2015, 11, 2813-2826. 2.3 17

5448 Lithium Ionâ€“Water Clusters in Strong Electric Fields: A Quantum Chemical Study. Journal of Physical
Chemistry A, 2015, 119, 4983-4992. 1.1 12

5449 Computer Simulations of Quartz (101)â€“Water Interface over a Range of pH Values. Journal of Physical
Chemistry C, 2015, 119, 9274-9286. 1.5 99

5450
MTS-MD of Biomolecules Steered with 3D-RISM-KH Mean Solvation Forces Accelerated with
Generalized Solvation Force Extrapolation. Journal of Chemical Theory and Computation, 2015, 11,
1875-1895.

2.3 36

5451 Simulating Currentâ€“Voltage Relationships for a Narrow Ion Channel Using the Weighted Ensemble
Method. Journal of Chemical Theory and Computation, 2015, 11, 1907-1918. 2.3 22

5452 Chemical Potentials, Activity Coefficients, and Solubility in Aqueous NaCl Solutions: Prediction by
Polarizable Force Fields. Journal of Chemical Theory and Computation, 2015, 11, 1756-1764. 2.3 60

5453 Existence of Ultrafine Crevices and Functional Groups along the Edge Surfaces of Graphitized
Thermal Carbon Black. Langmuir, 2015, 31, 4196-4204. 1.6 18

5454 Ultrafast 2D-IR and Simulation Investigations of Preferential Solvation and Cosolvent Exchange
Dynamics. Journal of Physical Chemistry B, 2015, 119, 6271-6279. 1.2 27

5455
Speciation, Conductivities, Diffusivities, and Electrochemical Reduction as a Function of Water
Content in Mixtures of Hydrated Chromium Chloride/Choline Chloride. Journal of Physical Chemistry
B, 2015, 119, 6018-6023.

1.2 32



296

Citation Report

# Article IF Citations

5456 Hydration of Two Cisplatin Aqua-Derivatives Studied by Quantum Mechanics and Molecular Dynamics
Simulations. Journal of Chemical Theory and Computation, 2015, 11, 1735-1744. 2.3 28

5457 Systematic evaluation of bundled SPC water for biomolecular simulations. Physical Chemistry
Chemical Physics, 2015, 17, 8393-8406. 1.3 26

5458 Proton Dynamics on Goethite Nanoparticles and Coupling to Electron Transport. Journal of Chemical
Theory and Computation, 2015, 11, 1715-1724. 2.3 19

5459 Molecular Dynamics Simulation of NaCl Dissolution. Journal of Physical Chemistry B, 2015, 119,
4275-4283. 1.2 43

5460 Amyloid Î² Protein and Alzheimerâ€™s Disease: When Computer Simulations Complement Experimental
Studies. Chemical Reviews, 2015, 115, 3518-3563. 23.0 530

5461 Hydrogen-bond dynamics of water in presence of an amphiphile, tetramethylurea: signature of
confinement-induced effects. Molecular Simulation, 2015, 41, 471-482. 0.9 30

5462 IR Absorption, Raman Scattering, and IR-Vis Sum-Frequency Generation Spectroscopy as Quantitative
Probes of Surface Structure. Applied Spectroscopy Reviews, 2015, 50, 351-376. 3.4 31

5463 Atomistic molecular dynamics simulations of H<sub>2</sub>O diffusivity in liquid and supercritical
CO<sub>2</sub>. Molecular Physics, 2015, 113, 2805-2814. 0.8 38

5464 Water confined in self-assembled ionic surfactant nano-structures. Soft Matter, 2015, 11, 2469-2478. 1.2 13

5465 Controllable Nucleation of Nanobubbles at a Modified Graphene Surface. Chinese Physics Letters,
2015, 32, 046801. 1.3 2

5466 Interfacial Tension Does Not Drive Asymmetric Nanoscale Electrowetting on Graphene. Langmuir, 2015,
31, 4686-4695. 1.6 17

5467 Wettability of Graphene-Coated Surface: Free Energy Investigations Using Molecular Dynamics
Simulation. Journal of Physical Chemistry C, 2015, 119, 8103-8111. 1.5 33

5468 A comparison of force fields for ethanolâ€“water mixtures. Molecular Simulation, 2015, 41, 699-712. 0.9 34

5469 Exact siteâ€“site bridge functions for dielectric consistent reference interaction site model: A test for
ambient water. Journal of Molecular Liquids, 2015, 205, 67-73. 2.3 1

5470 Computational Molecular Simulation of the Oxidative Adsorption of Ferrous Iron at the Hematite
(001)â€“Water Interface. Journal of Physical Chemistry C, 2015, 119, 9242-9252. 1.5 30

5471
Palladium complexation in chloride- and bisulfide-rich fluids: Insights from ab initio molecular
dynamics simulations and X-ray absorption spectroscopy. Geochimica Et Cosmochimica Acta, 2015, 161,
128-145.

1.6 55

5472 Ultrafast Vibrational Echo Spectroscopy of Liquid Water from First-Principles Simulations. Journal
of Physical Chemistry B, 2015, 119, 11215-11228. 1.2 24

5473 A molecular-based approach to the thermodynamics of aqueous solutions: binary mixture of water
and carbon dioxide. Journal of Physics Condensed Matter, 2015, 27, 194114. 0.7 0



297

Citation Report

# Article IF Citations

5474 On the effect of sodium salts on the coil-to-globule transition of poly(N-isopropylacrylamide).
Physical Chemistry Chemical Physics, 2015, 17, 27750-27757. 1.3 39

5475 Low temperature molecular dynamic simulation of water structure at sylvite crystal surface in
saturated solution. Minerals Engineering, 2015, 83, 53-58. 1.8 32

5476 Atomistic understandings of reduced graphene oxide as an ultrathin-film nanoporous membrane for
separations. Nature Communications, 2015, 6, 8335. 5.8 214

5477
Composition dependence of thermodynamic, dynamic and dielectric properties of waterâ€“methanol
model mixtures. Molecular dynamics simulation results with the OPLS-AA model for methanol.
Journal of Molecular Liquids, 2015, 212, 70-78.

2.3 28

5478 Capacitance Performance of Sub-2 nm Graphene Nanochannels in Aqueous Electrolyte. Journal of
Physical Chemistry C, 2015, 119, 23813-23819. 1.5 25

5479 Surface-Heating Algorithm for Water at Nanoscale. Journal of Physical Chemistry Letters, 2015, 6,
3765-3769. 2.1 18

5480 Ab initio investigation of the aqueous solvation of the nitrate ion. Physical Chemistry Chemical
Physics, 2015, 17, 27027-27034. 1.3 16

5481 Wet adhesion of graphene. Extreme Mechanics Letters, 2015, 3, 130-140. 2.0 16

5482 Why does high pressure destroy co-non-solvency of PNIPAm in aqueous methanol?. Soft Matter, 2015,
11, 8599-8604. 1.2 33

5483 Dynamics and Kinetics Study of â€œIn-Waterâ€• Chemical Reactions by Enhanced Sampling of Reactive
Trajectories. Journal of Physical Chemistry B, 2015, 119, 14505-14514. 1.2 20

5484 Molecular Dynamics Study of the Aggregation Process of Graphene Oxide in Water. Journal of
Physical Chemistry C, 2015, 119, 26712-26718. 1.5 115

5485 Structural Properties and Aggregation Behavior of 1-Hexyl-3-methylimidazolium Iodide in Aqueous
Solutions. Journal of Physical Chemistry B, 2015, 119, 14515-14526. 1.2 35

5486 The Entry of Ions into a Molecular Synthetic Channel in a Membrane. , 2015, 4, 119-135. 1

5487 Role of confinement in water solidification under electric fields. Frontiers of Physics, 2015, 10, 1. 2.4 8

5488 Computational Study of Phosphate Vibrations as Reporters of DNA Hydration. Journal of Physical
Chemistry Letters, 2015, 6, 4012-4017. 2.1 25

5489 Hydration shell of the TS-Kappa protein: Higher density than bulk water. Physica A: Statistical
Mechanics and Its Applications, 2015, 439, 48-58. 1.2 19

5490 Equimolar mixtures of aqueous linear and branched SDBS surfactant simulated on single walled
carbon nanotubes. RSC Advances, 2015, 5, 90049-90060. 1.7 6

5491 Water Exchange at a Hydrated Platinum Electrode is Rare and Collective. Journal of Physical
Chemistry C, 2015, 119, 24016-24024. 1.5 40



298

Citation Report

# Article IF Citations

5492 Diffusion of Hydration Water around Intrinsically Disordered Proteins. Journal of Physical
Chemistry B, 2015, 119, 13262-13270. 1.2 41

5493 Derivation of coarse-grained simulation models of chlorophyll molecules in lipid bilayers for
applications in light harvesting systems. Physical Chemistry Chemical Physics, 2015, 17, 22054-22063. 1.3 11

5494 Direct-Space Corrections Enable Fast and Accurate Lorentzâ€“Berthelot Combination Rule
Lennard-Jones Lattice Summation. Journal of Chemical Theory and Computation, 2015, 11, 5737-5746. 2.3 112

5495 Prediction of Water Binding to Protein Hydration Sites with a Discrete, Semiexplicit Solvent Model.
Journal of Chemical Theory and Computation, 2015, 11, 5961-5972. 2.3 14

5496 Structure and dynamics of aqueous 2-propanol: a THz-TDS, NMR and neutron diffraction study.
Physical Chemistry Chemical Physics, 2015, 17, 30481-30491. 1.3 29

5497 Viscosity of heavy n -alkanes and diffusion of gases therein based on molecular dynamics simulations
and empirical correlations. Journal of Chemical Thermodynamics, 2015, 91, 101-107. 1.0 21

5498 Stability and cell distortion of sI clathrate hydrates of methane and carbon dioxide: A 2D lattice-gas
model study. Fluid Phase Equilibria, 2015, 402, 30-37. 1.4 4

5499 Surface activity of octanoic acid in ethanol-water solutions from molecular simulation and
experiment. Journal of Chemical Physics, 2015, 142, 084702. 1.2 2

5500 Dynamic force matching: A method for constructing dynamical coarse-grained models with realistic
time dependence. Journal of Chemical Physics, 2015, 142, 154104. 1.2 86

5501
Impact of secondary structure and hydration water on the dielectric spectrum of poly-alanine and
possible relation to the debate on slaved versus slaving water. Journal of Chemical Physics, 2015, 142,
215104.

1.2 6

5502 From crystal structure to <i>inÂ silico</i> epitope discovery in the <i>BurkholderiaÂ pseudomallei</i>
flagellar hookâ€•associated protein FlgK. FEBS Journal, 2015, 282, 1319-1333. 2.2 42

5503 Morphology of Liquidâ€“Liquid Phase Separated Aerosols. Journal of the American Chemical Society,
2015, 137, 10642-10651. 6.6 62

5504 United polarizable multipole water model for molecular mechanics simulation. Journal of Chemical
Physics, 2015, 143, 014504. 1.2 36

5505 Water density fluctuations relevant to hydrophobic hydration are unaltered by attractions. Journal
of Chemical Physics, 2015, 142, 024502. 1.2 22

5506 Application of two-dimensional infrared spectroscopy to benchmark models for the amide I band of
proteins. Journal of Chemical Physics, 2015, 142, 212437. 1.2 34

5507 Self-Assembly of Cations in Aqueous Solutions of Hydroxyl-Functionalized Ionic Liquids: Molecular
Dynamics Studies. Journal of Physical Chemistry B, 2015, 119, 11815-11824. 1.2 7

5508 Conformation and interactions of dopamine hydrochloride in solution. Journal of Chemical Physics,
2015, 142, 014502. 1.2 16

5509 Suppressing sampling noise in linear and two-dimensional spectral simulations. Journal of Chemical
Physics, 2015, 142, 054201. 1.2 8



299

Citation Report

# Article IF Citations

5510 Order and correlation contributions to the entropy of hydrophobic solvation. Journal of Chemical
Physics, 2015, 142, 114117. 1.2 17

5511 Dynamic properties of force fields. Journal of Chemical Physics, 2015, 142, 084101. 1.2 70

5512 The structure and IR signatures of the arginine-glutamate salt bridge. Insights from the classical MD
simulations. Journal of Chemical Physics, 2015, 142, 215106. 1.2 18

5513 Atomistic Modeling of Water Thermodynamics and Kinetics within MIL-100(Fe). Journal of Physical
Chemistry C, 2015, 119, 20074-20084. 1.5 21

5514 Two-dimensional covalent triazine framework as an ultrathin-film nanoporous membrane for
desalination. Chemical Communications, 2015, 51, 14921-14924. 2.2 127

5515 Ring structure analysis of ethanolâ€“water mixtures. Journal of Molecular Liquids, 2015, 211, 812-820. 2.3 23

5516 Slippery to Sticky Transition of Hydrophobic Nanochannels. Nano Letters, 2015, 15, 7497-7502. 4.5 38

5517 DNA Structural Correlation in Short and Long Ranges. Journal of Physical Chemistry B, 2015, 119,
13980-13990. 1.2 22

5518 Slow Water Dynamics near a Glass Transition or a Solid Interface: A Common Rationale. Journal of
Physical Chemistry Letters, 2015, 6, 4385-4389. 2.1 27

5519 A consistent S-Adenosylmethionine force field improved by dynamic Hirshfeld-I atomic charges for
biomolecular simulation. Journal of Computer-Aided Molecular Design, 2015, 29, 951-961. 1.3 23

5520 Molecular dynamics simulations of interfacial interactions between small nanoparticles during
diffusion-limited aggregation. Applied Surface Science, 2015, 357, 1114-1121. 3.1 34

5521 Hydration of Caffeine at High Temperature by Neutron Scattering and Simulation Studies. Journal of
Physical Chemistry B, 2015, 119, 13294-13301. 1.2 29

5522 Optimizing Noble Gasâ€“Water Interactions via Monte Carlo Simulations. Journal of Physical Chemistry
B, 2015, 119, 14486-14495. 1.2 14

5523 Diffusion of molecules in the bulk of a low density amorphous ice from molecular dynamics
simulations. Physical Chemistry Chemical Physics, 2015, 17, 11455-11468. 1.3 48

5524 Hairpins participating in folding of human telomeric sequence quadruplexes studied by standard and
T-REMD simulations. Nucleic Acids Research, 2015, 43, gkv994. 6.5 47

5525 Water-Centered Interpretation of Intrinsic pPII Propensities of Amino Acid Residues: <i>In
Vitro</i>-Driven Molecular Dynamics Study. Journal of Physical Chemistry B, 2015, 119, 13237-13251. 1.2 33

5526 Investigation of Mixed Surfactant Films at Water Surface Using Molecular Dynamics Simulations.
Langmuir, 2015, 31, 11508-11515. 1.6 13

5527 Comparison between Free and Immobilized Ion Effects on Hydrophobic Interactions: A Molecular
Dynamics Study. Journal of Physical Chemistry B, 2015, 119, 13152-13159. 1.2 18



300

Citation Report

# Article IF Citations

5528 On the origin of preferred bicarbonate production from carbon dioxide (CO<sub>2</sub>) capture in
aqueous 2-amino-2-methyl-1-propanol (AMP). Physical Chemistry Chemical Physics, 2015, 17, 29184-29192. 1.3 38

5529 Unraveling the mechanism of selective ion transport in hydrophobic subnanometer channels.
Proceedings of the National Academy of Sciences of the United States of America, 2015, 112, 10851-10856. 3.3 53

5530 Molecular dynamics simulation of dehydration in cellulose/water crystals. Cellulose, 2015, 22,
2899-2910. 2.4 6

5531 Nanoscale Hydrophilicity on Metal Surfaces at Room Temperature: Coupling Lattice Constants and
Crystal Faces. Journal of Physical Chemistry C, 2015, 119, 20409-20415. 1.5 47

5532 Kapitza Resistance between Few-Layer Graphene and Water: Liquid Layering Effects. Nano Letters, 2015,
15, 5744-5749. 4.5 164

5533 Effect of water on the local electric potential of simulated ionic micelles. Journal of Chemical
Physics, 2015, 143, 044707. 1.2 6

5534 Thermodynamic and Structural Evidence for Reduced Hydrogen Bonding among Water Molecules near
Small Hydrophobic Solutes. Journal of Physical Chemistry B, 2015, 119, 12108-12116. 1.2 35

5535
Swelling Properties of Montmorillonite and Beidellite Clay Minerals from Molecular Simulation:
Comparison of Temperature, Interlayer Cation, and Charge Location Effects. Journal of Physical
Chemistry C, 2015, 119, 20880-20891.

1.5 184

5536 An Analysis of Biomolecular Force Fields for Simulations of Polyglutamine in Solution. Biophysical
Journal, 2015, 109, 1009-1018. 0.2 40

5537 Evaluation of the pressureâ€“volumeâ€“temperature ( PVT ) data of water from experiments and
molecular simulations since 1990. Physics of the Earth and Planetary Interiors, 2015, 245, 88-102. 0.7 9

5538 Salt and Water Uptake in Nanoconfinement under Applied Electric Field: An Open Ensemble Monte
Carlo Study. Journal of Physical Chemistry C, 2015, 119, 20416-20425. 1.5 14

5539 Fast and General Method To Predict the Physicochemical Properties of Druglike Molecules Using the
Integral Equation Theory of Molecular Liquids. Molecular Pharmaceutics, 2015, 12, 3420-3432. 2.3 22

5540 Micelle stability in water under a range of pressures and temperatures; do both have a common
mechanism?. RSC Advances, 2015, 5, 70005-70009. 1.7 13

5541 Improved Force Field Parameters Lead to a Better Description of RNA Structure. Journal of Chemical
Theory and Computation, 2015, 11, 3969-3972. 2.3 126

5542 Dynamic contact network between ribosomal subunits enables rapid large-scale rotation during
spontaneous translocation. Nucleic Acids Research, 2015, 43, 6747-6760. 6.5 36

5543 Temperature-dependent solubilities and mean ionic activity coefficients of alkali halides in water from
molecular dynamics simulations. Journal of Chemical Physics, 2015, 143, 044505. 1.2 76

5544 Pyridinic nitrogen doped nanoporous graphene as desalination membrane: Molecular simulation
study. Journal of Membrane Science, 2015, 496, 108-117. 4.1 96

5545 Hydrothermal properties of the COS/D2 water model: a polarizable charge-on-spring water model, at
elevated temperatures and pressures. RSC Advances, 2015, 5, 75846-75856. 1.7 1



301

Citation Report

# Article IF Citations

5546 Molecular Dynamics Simulations of a Powder Model of the Intrinsically Disordered Protein Tau.
Journal of Physical Chemistry B, 2015, 119, 12580-12589. 1.2 15

5547 Spatio-temporal correlations in aqueous systems: computational studies of static and dynamic
heterogeneity by 2D-IR spectroscopy. Faraday Discussions, 2015, 177, 313-328. 1.6 7

5548 QM/MM MD simulations of La(<scp>iii</scp>)â€“phosphopeptide complexes. Molecular BioSystems, 2015,
11, 232-238. 2.9 9

5549 Evaporation of water droplets on Pt-surface in presence of external electric fieldâ€”A molecular
dynamics study. Journal of Chemical Physics, 2015, 143, 094702. 1.2 26

5550 SAFT-Î³ force field for the simulation of molecular fluids: 4. A single-site coarse-grained model of
water applicable over a wide temperature range. Molecular Physics, 2015, 113, 1228-1249. 0.8 72

5551
Crystal structure of Staphylococcus aureus exfoliative toxin D-like protein: Structural basis for the
high specificity of exfoliative toxins. Biochemical and Biophysical Research Communications, 2015, 467,
171-177.

1.0 13

5552 Segregation Structures and Miscellaneous Diffusions for Ethanol/Water Mixtures in Graphene-Based
Nanoscale Pores. Journal of Physical Chemistry C, 2015, 119, 21664-21673. 1.5 47

5553 On the slowdown mechanism of water dynamics around small amphiphiles. Physical Chemistry
Chemical Physics, 2015, 17, 24968-24977. 1.3 30

5554 Interfacial Properties of Deep Eutectic Solvents Regarding to CO<sub>2</sub> Capture. Journal of
Physical Chemistry C, 2015, 119, 21413-21425. 1.5 81

5555 Dilute or Concentrated Electrolyte Solutions? Insight from Ionic Liquid/Water Electrolytes. Journal
of Physical Chemistry Letters, 2015, 6, 3713-3720. 2.1 41

5556 Mechanism of water separation from a gaseous mixture via nanoporous graphene using molecular
dynamics simulation. RSC Advances, 2015, 5, 81282-81294. 1.7 15

5557 Homogeneous SPC/E water nucleation in large molecular dynamics simulations. Journal of Chemical
Physics, 2015, 143, 064507. 1.2 32

5558 Nucleation of NaCl from Aqueous Solution: Critical Sizes, Ion-Attachment Kinetics, and Rates. Journal
of the American Chemical Society, 2015, 137, 13352-13361. 6.6 151

5559 Transfer of the Species Dissolved in a Liquid into Laser Ablation Plasma: An Approach Using Emission
Spectroscopy. Journal of Physical Chemistry C, 2015, 119, 26506-26511. 1.5 40

5560
Evaluation of the GROMOS 56A<sub>CARBO</sub> Force Field for the Calculation of Structural,
Volumetric, and Dynamic Properties of Aqueous Glucose Systems. Journal of Physical Chemistry B,
2015, 119, 15310-15319.

1.2 14

5561 Interface thermal resistance between liquid water and various metallic surfaces. International
Journal of Precision Engineering and Manufacturing, 2015, 16, 1341-1346. 1.1 56

5562 Parametrizing Nonbonded Interactions from Wetting Experiments via the Work of Adhesion: Example
of Water on Graphene Surfaces. Journal of Physical Chemistry C, 2015, 119, 28470-28481. 1.5 61

5563 Properties of the polarizable MARTINI water model: A comparative study for aqueous electrolyte
solutions. Journal of Molecular Liquids, 2015, 212, 103-110. 2.3 25



302

Citation Report

# Article IF Citations

5564 Refinement of the Sugarâ€“Phosphate Backbone Torsion Beta for AMBER Force Fields Improves the
Description of Z- and B-DNA. Journal of Chemical Theory and Computation, 2015, 11, 5723-5736. 2.3 392

5565
Femtosecond coherent anti-Stokes Raman scattering spectroscopy of hydrogen bonded structure in
water and aqueous solutions. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2015, 151, 262-273.

2.0 18

5566 Influence of the Compatible Solute Ectoine on the Local Water Structure: Implications for the
Binding of the Protein G5P to DNA. Journal of Physical Chemistry B, 2015, 119, 15212-15220. 1.2 51

5567 Molecular density functional theory for multiscale modeling of hydration free energy. Chemical
Engineering Science, 2015, 126, 370-382. 1.9 19

5568 STOCK: Structure mapper and online coarse-graining kit for molecular simulations. Journal of
Computational Chemistry, 2015, 36, 467-477. 1.5 11

5569 What can we learn from molecular dynamics simulations for GPCR drug design?. Computational and
Structural Biotechnology Journal, 2015, 13, 111-121. 1.9 60

5570 Structure-Based Design of a B Cell Antigen from <i>B. pseudomallei</i>. ACS Chemical Biology, 2015, 10,
803-812. 1.6 12

5571 Interaction of cyclic and linear Labaditin peptides with anionic and zwitterionic micelles. Journal of
Colloid and Interface Science, 2015, 438, 39-46. 5.0 6

5572 Systematic Procedure To Parametrize Force Fields for Molecular Fluids. Journal of Chemical Theory
and Computation, 2015, 11, 683-693. 2.3 43

5573 Conformational Dynamics of Shaker-Type Kv1.1 Ion Channel in Open, Closed, and Two Mutated States.
Journal of Membrane Biology, 2015, 248, 241-255. 1.0 6

5574 Diversification and distinctive structural features of S-RNase alleles in the genus Solanum.
Molecular Genetics and Genomics, 2015, 290, 987-1002. 1.0 13

5575 Modeling the Self-Aggregation of Small AOT Reverse Micelles from First-Principles. Journal of
Physical Chemistry Letters, 2015, 6, 170-174. 2.1 34

5576 Dynamics on human <scp>T</scp>ollâ€•like receptor 4 complexation to <scp>MD</scp>â€•2: The coreceptor
stabilizing function. Proteins: Structure, Function and Bioinformatics, 2015, 83, 373-382. 1.5 7

5577 Diamond machining of silicon: A review of advances in molecular dynamics simulation. International
Journal of Machine Tools and Manufacture, 2015, 88, 131-164. 6.2 318

5578 Enhancement of Thermostability and Kinetic Efficiency of Aspergillus niger PhyA Phytase by
Site-Directed Mutagenesis. Applied Biochemistry and Biotechnology, 2015, 175, 2528-2541. 1.4 19

5579 Molecular Dynamics Simulations of Ibuprofen Release from pH-Gated Silica Nanochannels. Journal of
Physical Chemistry B, 2015, 119, 8868-8878. 1.2 3

5580 The dynamics of hydraulic fracture water confined in nano-pores in shale reservoirs. Journal of
Unconventional Oil and Gas Resources, 2015, 9, 31-39. 3.5 29

5581 Dynamics of interfacial water. Journal of Non-Crystalline Solids, 2015, 407, 449-458. 1.5 40



303

Citation Report

# Article IF Citations

5582 Giant and flux controllable pumping of water molecules in a double-walled carbon nanotube.
Molecular Simulation, 2015, 41, 512-520. 0.9 0

5583 Structure and water exchange dynamics of hydrated oxo halo ions in aqueous solution using QMCF
MD simulation, large angle X-ray scattering and EXAFS. Dalton Transactions, 2015, 44, 1816-1828. 1.6 17

5584

Improved SPC force field of water based on the dielectric constant: SPC/<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" altimg="si27.gif" display="inline"
overflow="scroll"><mml:mi>Îµ</mml:mi></mml:math>. Physica A: Statistical Mechanics and Its
Applications, 2015, 420, 116-123.

1.2 42

5585 Structure, dynamics and thermodynamics of single-file water under confinement: effects of
polarizability of water molecules. RSC Advances, 2015, 5, 1893-1901. 1.7 24

5586 Effect of confinement on the hydration and diffusion of chloride at high temperatures. Journal of
Supercritical Fluids, 2015, 97, 22-30. 1.6 5

5587
Differences in the adsorption and diffusion behaviour of water and non-polar gases in nanoporous
carbon: role of cooperative effects of pore confinement and hydrogen bonding. Molecular
Simulation, 2015, 41, 432-445.

0.9 17

5588 Automatic GROMACS Topology Generation and Comparisons of Force Fields for Solvation Free Energy
Calculations. Journal of Physical Chemistry B, 2015, 119, 810-823. 1.2 88

5589 Uranyl solvation by a reference interaction site model. Computational and Theoretical Chemistry,
2015, 1051, 151-160. 1.1 5

5590 Molecular dynamic simulations of protein/RNA complexes: CRISPR/Csy4 endoribonuclease. Biochimica
Et Biophysica Acta - General Subjects, 2015, 1850, 1072-1090. 1.1 20

5591 Disordered Atom Molecular Potential for Water Parameterized against Neutron Diffraction Data.
Application to the Structure of Ice Ih. Journal of Physical Chemistry B, 2015, 119, 9244-9253. 1.2 12

5592 How Impurities Affect CO<sub>2</sub> Capture in Metalâ€“Organic Frameworks Modified with
Different Functional Groups. ACS Sustainable Chemistry and Engineering, 2015, 3, 117-124. 3.2 27

5593 Physical mechanisms of the interaction between lipid membranes in the aqueous environment. Physica
A: Statistical Mechanics and Its Applications, 2015, 418, 105-125. 1.2 12

5594 Nanoscale heterogeneity at the aqueous electrolyteâ€“electrode interface. Chemical Physics Letters,
2015, 620, 144-150. 1.2 23

5595 Reaction mechanisms of aqueous monoethanolamine with carbon dioxide: a combined quantum
chemical and molecular dynamics study. Physical Chemistry Chemical Physics, 2015, 17, 831-839. 1.3 95

5596 Characterization of oxygen functional groups on carbon surfaces with water and methanol
adsorption. Carbon, 2015, 81, 447-457. 5.4 52

5597 Stability analysis for binary sII hydrogenâ€“promoter hydrates by molecular dynamics simulation.
Molecular Simulation, 2015, 41, 735-740. 0.9 4

5598 The impact of electrostatics in bulk Linde Type A zeolites. Microporous and Mesoporous Materials,
2015, 201, 105-115. 2.2 11

5599 Molecular Dynamics Simulation of Heavy Metal Ions in Aqueous Solution Using Lennard-Jones 12-6
Potential. Chemical Engineering Communications, 2015, 202, 1685-1692. 1.5 13



304

Citation Report

# Article IF Citations

5600 An<i>in silico</i>structural insights into<i>Plasmodium</i>LytB protein and its inhibition. Journal of
Biomolecular Structure and Dynamics, 2015, 33, 1198-1210. 2.0 7

5601
The effect of structural parameters and positive charge distance on the interaction free energy of
antimicrobial peptides with membrane surface. Journal of Biomolecular Structure and Dynamics, 2015,
33, 502-512.

2.0 1

5602 Dielectric and Terahertz Spectroscopy of Polarizable and Nonpolarizable Water Models: A
Comparative Study. Journal of Physical Chemistry A, 2015, 119, 1539-1547. 1.1 47

5603 Counterions and water molecules in charged silicon nanochannels: the influence of surface charge
discreteness. Molecular Simulation, 2015, 41, 1187-1192. 0.9 6

5604 Parameterization of Highly Charged Metal Ions Using the 12-6-4 LJ-Type Nonbonded Model in Explicit
Water. Journal of Physical Chemistry B, 2015, 119, 883-895. 1.2 237

5605 Dynamic Control of Nanopore Wetting in Water and Saline Solutions under an Electric Field. Journal
of Physical Chemistry B, 2015, 119, 8890-8899. 1.2 26

5606 Nanoparticle-tuned spreading behavior of nanofluid droplets on the solid substrate. Microfluidics
and Nanofluidics, 2015, 18, 111-120. 1.0 33

5607 Molecular scale study on solutions of asphaltene deposition problems in oil production. Journal of
the Japanese Association for Petroleum Technology, 2016, 81, 469-478. 0.0 2

5608 Molecular Dynamics Simulations of Slip on Curved Surfaces. Oil and Gas Science and Technology,
2016, 71, 46. 1.4 3

5610
Effect of Post-Translational Amidation on Islet Amyloid Polypeptide Conformational Ensemble:
Implications for Its Aggregation Early Steps. International Journal of Molecular Sciences, 2016, 17,
1896.

1.8 7

5611 MD Study of Solution Concentrations on Ion Distribution in a Nanopore-Based Device Inspired from
Red Blood Cells. Computational and Mathematical Methods in Medicine, 2016, 2016, 1-5. 0.7 0

5612 Inhibition of Mycobacterium-RmlA by Molecular Modeling, Dynamics Simulation, and Docking.
Advances in Bioinformatics, 2016, 2016, 1-13. 5.7 7

5613
Development of novel HER2 inhibitors against gastric cancer derived from flavonoid source of
&lt;em&gt;Syzygium alternifolium&lt;/em&gt; through molecular dynamics and pharmacophore-based
screening. Drug Design, Development and Therapy, 2016, Volume 10, 3611-3632.

2.0 16

5614 Edge Structure of Montmorillonite from Atomistic Simulations. Minerals (Basel, Switzerland), 2016,
6, 25. 0.8 28

5615 Rational Design of Disulfide Bonds Increases Thermostability of a Mesophilic 1,3-1,4-Î²-Glucanase from
Bacillus terquilensis. PLoS ONE, 2016, 11, e0154036. 1.1 31

5616 DNA-Dye-Conjugates: Conformations and Spectra of Fluorescence Probes. PLoS ONE, 2016, 11, e0160229. 1.1 6

5617 Which Shape Characteristics of the Intermolecular Interaction of Liquid Water Determine Its
Compressibility?. Frontiers in Physics, 2016, 4, . 1.0 2

5618 Self diffusion and wetting transition of fluids in carbon nanotubes. AIP Conference Proceedings,
2016, , . 0.3 3



305

Citation Report

# Article IF Citations

5619 Selective surface adsorption and pore trapping for ethanol-water mixtures near single-layer
polyporous graphynes. Applied Surface Science, 2016, 387, 1080-1087. 3.1 11

5620 Spectral features of guanidinium-carboxylate salt bridges. The combined ATR-IR and theoretical
studies of aqueous solution of guanidinium acetate. Chemical Physics Letters, 2016, 659, 117-120. 1.2 9

5621
Computing the Kirkwood <i>g</i>-Factor by Combining Constant Maxwell Electric Field and Electric
Displacement Simulations: Application to the Dielectric Constant of Liquid Water. Journal of Physical
Chemistry Letters, 2016, 7, 2696-2701.

2.1 63

5622 Assessing the accuracy of improved forceâ€•matched water models derived from <i>Ab initio</i>
molecular dynamics simulations. Journal of Computational Chemistry, 2016, 37, 1828-1838. 1.5 11

5623 Predicting hydration free energies of amphetamine-type stimulants with a customized molecular
model. Journal of Physics Condensed Matter, 2016, 28, 344001. 0.7 6

5624 Vortex formation in coalescence of droplets with a reservoir using molecular dynamics simulations.
Journal of Colloid and Interface Science, 2016, 479, 189-198. 5.0 8

5625 Solvent Effects on the Dynamic Polarizability and Raman Response of Moleculeâ€“Metal Oxide Hybrid
Clusters. ChemPhysChem, 2016, 17, 2590-2595. 1.0 4

5626 Molecular Dynamics Simulation Study of Parallel Telomeric DNA Quadruplexes at Different Ionic
Strengths: Evaluation of Water and Ion Models. Journal of Physical Chemistry B, 2016, 120, 7380-7391. 1.2 28

5627 Structure of a heterogeneous, glycosylated, lipid-bound,<i>in vivo</i>-grown protein crystal at
atomic resolution from the viviparous cockroach<i>Diploptera punctata</i>. IUCrJ, 2016, 3, 282-293. 1.0 28

5628 Structural studies and SH3 domain binding properties of a human antiviral salivary prolineâ€•rich
peptide. Biopolymers, 2016, 106, 714-725. 1.2 6

5629 Changes in the elastic moduli of Câ€“Sâ€“H due to presence of interlaminar cations. Modelling and
Simulation in Materials Science and Engineering, 2016, 24, 035018. 0.8 2

5630 Molecular Simulation Study of the Early Stages of Formation of Bioinspired Mesoporous Silica
Materials. Langmuir, 2016, 32, 7228-7240. 1.6 9

5631 Influence of Cononsolvency on the Aggregation of Tertiary Butyl Alcohol in Methanolâ€“Water
Mixtures. Journal of the American Chemical Society, 2016, 138, 9045-9048. 6.6 46

5632 Nanoscale deicing by molecular dynamics simulation. Nanoscale, 2016, 8, 14625-14632. 2.8 51

5633 The effect of lattice constant on the storage capacity of hydrogen hydrates: a Monte Carlo study.
Molecular Physics, 2016, 114, 2664-2671. 0.8 18

5634 Speciation and Structural Properties of Hydrothermal Solutions of Sodium and Potassium Sulfate
Studied by Molecular Dynamics Simulations. ChemPhysChem, 2016, 17, 1446-1453. 1.0 10

5635 Theoretical study of vibrational energy transfer of free OH groups at the water-air interface. Journal
of Chemical Physics, 2016, 144, 144701. 1.2 3

5636 Celebrating Our 120th Anniversary. Journal of Physical Chemistry Letters, 2016, 7, 4977-4979. 2.1 0



306

Citation Report

# Article IF Citations

5637 Counter-ion binding and mobility in the presence of hydrophobic polyions â€“ combining molecular
dynamics simulations and NMR. AIP Advances, 2016, 6, 065214. 0.6 7

5638 Polarization charge: Theory and applications to aqueous interfaces. Journal of Chemical Physics, 2016,
144, 164702. 1.2 13

5639 Development of a group contribution method for estimating free energy of peptides in a
dodecane-water system via molecular dynamic simulations. BMC Bioinformatics, 2016, 17, 522. 1.2 2

5640
Evaluation of the grand-canonical partition function using expanded Wang-Landau simulations. V.
Impact of an electric field on the thermodynamic properties and ideality contours of water. Journal
of Chemical Physics, 2016, 145, 184504.

1.2 14

5641 Long-Range Interactions Restrict Water Transport in Pyrophyllite Interlayers. Scientific Reports, 2016,
6, 25278. 1.6 8

5642 Membrane Core-Specific Antimicrobial Action of Cathelicidin LL-37 Peptide Switches Between Pore and
Nanofibre Formation. Scientific Reports, 2016, 6, 38184. 1.6 56

5643 Rupture of nanoscaled water sheets in the presence of an applied electric field. Fluid Dynamics
Research, 2016, 48, 061426. 0.6 0

5644 Elucidating the structure of merocyanine dyes with the ASEC-FEG method. Phenol blue in solution.
Journal of Chemical Physics, 2016, 145, 194301. 1.2 31

5645 A closure relation to molecular theory of solvation for macromolecules. Journal of Physics
Condensed Matter, 2016, 28, 404003. 0.7 20

5646 Lattice model for water-solute mixtures. Journal of Chemical Physics, 2016, 145, 144501. 1.2 4

5647 Spatially resolved dielectric constant of confined water and its connection to the non-local nature
of bulk water. Journal of Chemical Physics, 2016, 145, 084901. 1.2 32

5648
Structural anomaly and dynamic heterogeneity in cycloether/water binary mixtures: Signatures from
composition dependent dynamic fluorescence measurements and computer simulations. Journal of
Chemical Physics, 2016, 144, 124506.

1.2 34

5649 A comprehensive scenario of the thermodynamic anomalies of water using the TIP4P/2005 model.
Journal of Chemical Physics, 2016, 145, 054505. 1.2 48

5650 Viscosity Prediction of Water-Based Silver Nanofluid Using Equilibrium Molecular Dynamics. , 2016, , . 2

5651 Non-equilibrium simulations of thermally induced electric fields in water. Journal of Chemical
Physics, 2016, 144, 224102. 1.2 17

5652 The structural validity of various thermodynamical models of supercooled water. Journal of
Chemical Physics, 2016, 145, 134507. 1.2 41

5653 Static and dynamic properties of supercooled water in small nanotubes. Journal of Chemical Physics,
2016, 145, 024502. 1.2 9

5654 Two structural relaxations in protein hydration water and their dynamic crossovers. Journal of
Chemical Physics, 2016, 145, 044503. 1.2 36



307

Citation Report

# Article IF Citations

5655 A computational component analysis of dielectric relaxation and THz spectra of water/AOT reverse
micelles with different water loading. Journal of Chemical Physics, 2016, 145, 214702. 1.2 13

5656 Structural relaxation of acridine orange dimer in bulk water and inside a single live lung cell.
Journal of Chemical Physics, 2016, 144, 065101. 1.2 18

5657 On the influence of the intermolecular potential on the wetting properties of water on silica
surfaces. Journal of Chemical Physics, 2016, 145, 114901. 1.2 10

5658 On the calculation of solubilities via direct coexistence simulations: Investigation of NaCl aqueous
solutions and Lennard-Jones binary mixtures. Journal of Chemical Physics, 2016, 145, 154111. 1.2 80

5659 Simulated conduction rates of water through a (6,6) carbon nanotube strongly depend on bulk
properties of the model employed. Journal of Chemical Physics, 2016, 144, 184502. 1.2 47

5660 A molecular dynamics simulations study on ethylene glycol-water mixtures in mesoporous silica.
Journal of Chemical Physics, 2016, 145, 104703. 1.2 21

5661 A new force field including charge directionality for TMAO in aqueous solution. Journal of Chemical
Physics, 2016, 145, 064103. 1.2 7

5662 Molecular simulation of methane adsorption in slit-like quartz pores. RSC Advances, 2016, 6,
110808-110819. 1.7 67

5663 Wettability transparency and the quasiuniversal relationship between hydrodynamic slip and contact
angle. Applied Physics Letters, 2016, 108, . 1.5 22

5664 Diameter-dependent hydrophobicity in carbon nanotubes. Journal of Chemical Physics, 2016, 145, . 1.2 39

5665 Perturbation of hydration layer in solvated proteins by external electric and electromagnetic fields:
Insights from non-equilibrium molecular dynamics. Journal of Chemical Physics, 2016, 145, 205101. 1.2 10

5666 Accurate schemes for calculation of thermodynamic properties of liquid mixtures from molecular
dynamics simulations. Journal of Chemical Physics, 2016, 145, 244504. 1.2 38

5667 Origin of the Shape of Current-Voltage Curve through Nanopores: A Molecular Dynamics Study.
Scientific Reports, 2016, 6, 25750. 1.6 5

5668 Water-Induced Organization of Palmitic Acid at the Surface of a Model Sea Salt Particle: A Molecular
Dynamics Study. Journal of Physical Chemistry A, 2016, 120, 10141-10149. 1.1 15

5669 Effect of interionic interactions on the structure and dynamics of ionic solvation shells in aqueous
electrolyte solutions. RSC Advances, 2016, 6, 114666-114675. 1.7 8

5670 Carbon membranes for efficient water-ethanol separation. Journal of Chemical Physics, 2016, 145,
124708. 1.2 50

5671 Salting-out effects by pressure-corrected 3D-RISM. Journal of Chemical Physics, 2016, 145, 194501. 1.2 14

5672 Effect of surfactant shape on solvophobicity and surface activity in alcohol-water systems. Journal
of Chemical Physics, 2016, 145, 204705. 1.2 8



308

Citation Report

# Article IF Citations

5673 Effect of alcohol on the structure of cytochrome C: FCS and molecular dynamics simulations.
Journal of Chemical Physics, 2016, 145, 235102. 1.2 25

5674 Shock induced phase transition of water: Molecular dynamics investigation. Physics of Fluids, 2016,
28, . 1.6 26

5675 Non-monotonic dynamics of water in its binary mixture with 1,2-dimethoxy ethane: A combined THz
spectroscopic and MD simulation study. Journal of Chemical Physics, 2016, 145, 164501. 1.2 18

5676 Structure and dynamics of high- and low-density water molecules in the liquid and supercooled
regimes. European Physical Journal E, 2016, 39, 124. 0.7 14

5677 Communication: Kirkwood-Buff integrals in the thermodynamic limit from small-sized molecular
dynamics simulations. Journal of Chemical Physics, 2016, 145, 141103. 1.2 63

5678 Structure of ring-shaped AÎ²42 oligomers determined by conformational selection. Scientific Reports,
2016, 6, 21429. 1.6 32

5679 Hexagonal boron nitride and water interaction parameters. Journal of Chemical Physics, 2016, 144,
164118. 1.2 89

5680 Removing the barrier to the calculation of activation energies. Journal of Chemical Physics, 2016, 145,
134107. 1.2 19

5681 Ion Selection by Redox Changes in a Soluble Helical Polythiophene Channel. , 2016, 9, 1-15. 1

5682 Tetrahedrality and hydrogen bonds in water. Journal of Chemical Physics, 2016, 144, 224502. 1.2 5

5683 Confined Water in Layered Silicates: The Origin of Anomalous Thermal Expansion Behavior in
Calcium-Silicate-Hydrates. ACS Applied Materials &amp; Interfaces, 2016, 8, 35621-35627. 4.0 43

5684 The effects of cytosine methylation on general transcription factors. Scientific Reports, 2016, 6, 29119. 1.6 38

5685 Finite field methods for the supercell modeling of charged insulator/electrolyte interfaces. Physical
Review B, 2016, 94, . 1.1 42

5686 Nanoscale Structure of the Oil-Water Interface. Physical Review Letters, 2016, 117, 256102. 2.9 28

5687 Quantitative interpretation of molecular dynamics simulations for X-ray photoelectron spectroscopy
of aqueous solutions. Journal of Chemical Physics, 2016, 144, 154704. 1.2 31

5688 C â€“IBI: Targeting cumulative coordination within an iterative protocol to derive coarse-grained
models of (multi-component) complex fluids. Journal of Chemical Physics, 2016, 144, 174106. 1.2 24

5689 Coarse-grained models using local-density potentials optimized with the relative entropy: Application
to implicit solvation. Journal of Chemical Physics, 2016, 145, 034109. 1.2 83

5690 The relative entropy is fundamental to adaptive resolution simulations. Journal of Chemical Physics,
2016, 145, 044104. 1.2 10



309

Citation Report

# Article IF Citations

5691 On the wettability transparency of graphene-coated silicon surfaces. Journal of Chemical Physics,
2016, 144, 014701. 1.2 42

5692 Revisiting the droplet simulation approach to derive force-field parameters for water on molybdenum
disulfide from wetting angle measurements. Journal of Chemical Physics, 2016, 145, 164705. 1.2 28

5693 Passive nanofluidic diode using non-uniform nanochannels. Physics of Fluids, 2016, 28, . 1.6 12

5694 Coupled jump rotational dynamics in aqueous nitrate solutions. Journal of Chemical Physics, 2016, 145,
234502. 1.2 26

5695 Structure of Aqueous Trehalose Solution by Neutron Diffraction and Structural Modeling. Journal
of Physical Chemistry B, 2016, 120, 12669-12678. 1.2 15

5696 Multivalent contacts of the Hsp70 Ssb contribute to its architecture on ribosomes and nascent chain
interaction. Nature Communications, 2016, 7, 13695. 5.8 25

5697 A critical appraisal of the zero-multipole method: Structural, thermodynamic, dielectric, and
dynamical properties of a water system. Journal of Chemical Physics, 2016, 144, 114503. 1.2 23

5698 Solvent activity in electrolyte solutions from molecular simulation of the osmotic pressure. Journal
of Chemical Physics, 2016, 144, 084112. 1.2 28

5699 Communication: Consistent interpretation of molecular simulation kinetics using Markov state
models biased with external information. Journal of Chemical Physics, 2016, 144, 051102. 1.2 31

5700 Manipulation of a neutral and nonpolar nanoparticle in water using a nonuniform electric field.
Journal of Chemical Physics, 2016, 144, 014302. 1.2 13

5701 Simulations of the infrared, Raman, and 2D-IR photon echo spectra of water in nanoscale silica pores.
Journal of Chemical Physics, 2016, 144, 194709. 1.2 18

5702 Memory effects in nanoparticle dynamics and transport. Journal of Chemical Physics, 2016, 145, 134108. 1.2 7

5703 Structure and dynamics of aqueous solutions from PBE-based first-principles molecular dynamics
simulations. Journal of Chemical Physics, 2016, 145, 154501. 1.2 87

5704 Ion Adsorption at Clay-Mineral Surfaces: The Hofmeister Series for Hydrated Smectite Minerals. Clays
and Clay Minerals, 2016, 64, 472-487. 0.6 52

5705 Tuning the tetrahedrality of the hydrogen-bonded network of water: Comparison of the effects of
pressure and added salts. Journal of Chemical Physics, 2016, 144, 234509. 1.2 7

5706 Relationship between the line of density anomaly and the lines of melting, crystallization, cavitation,
and liquid spinodal in coarse-grained water models. Journal of Chemical Physics, 2016, 144, 234507. 1.2 32

5707
On the accuracy of the MB-pol many-body potential for water: Interaction energies, vibrational
frequencies, and classical thermodynamic and dynamical properties from clusters to liquid water and
ice. Journal of Chemical Physics, 2016, 145, 194504.

1.2 214

5708 Physical Absorption of Green House Gases in Amines: The Influence of Functionality, Structure, and
Cross-Interactions. Journal of Physical Chemistry B, 2016, 120, 13136-13143. 1.2 7



310

Citation Report

# Article IF Citations

5709 Effectiveness of the Young-Laplace equation at nanoscale. Scientific Reports, 2016, 6, 23936. 1.6 91

5710 Focus Article: Theoretical aspects of vapor/gas nucleation at structured surfaces. Journal of
Chemical Physics, 2016, 145, 211802. 1.2 37

5711 On the structure of an aqueous propylene glycol solution. Journal of Chemical Physics, 2016, 145,
224504. 1.2 22

5712 A first principle particle mesh method for solution SAXS of large bio-molecular systems. Journal of
Chemical Physics, 2016, 145, 045101. 1.2 7

5713 Water self-diffusivity confined in graphene nanogap using molecular dynamics simulations. Journal
of Applied Physics, 2016, 120, 194302. 1.1 14

5714 Solvation structure of the halides from x-ray absorption spectroscopy. Journal of Chemical Physics,
2016, 145, 044318. 1.2 38

5715 Short-range potential functions in computer simulations of water and aqueous solutions. Journal of
Structural Chemistry, 2016, 57, 1627-1654. 0.3 9

5716 New Insights into Molecular Organization of Human Neuraminidase-1: Transmembrane Topology and
Dimerization Ability. Scientific Reports, 2016, 6, 38363. 1.6 44

5717 A link between structure, diffusion and rotations of hydrogen bonding tracers in ionic liquids.
Journal of Chemical Physics, 2016, 144, 204504. 1.2 36

5718 Solubility of NaCl in water and its melting point by molecular dynamics in the slab geometry and a
new BK3-compatible force field. Journal of Chemical Physics, 2016, 145, 204509. 1.2 48

5719 Evidence for stable square ice from quantum Monte Carlo. Physical Review B, 2016, 94, . 1.1 46

5720 Accuracy limit of rigid 3-point water models. Journal of Chemical Physics, 2016, 145, 074501. 1.2 195

5721 A combined cryo-EM and molecular dynamics approach reveals the mechanism of ErmBL-mediated
translation arrest. Nature Communications, 2016, 7, 12026. 5.8 103

5722 Consensus on the solubility of NaCl in water from computer simulations using the chemical potential
route. Journal of Chemical Physics, 2016, 144, 124504. 1.2 108

5723 A new intermolecular potential for simulations of methanol: The OPLS/2016 model. Journal of
Chemical Physics, 2016, 145, 034508. 1.2 30

5724 Adaptive resolution simulation of oligonucleotides. Journal of Chemical Physics, 2016, 145, 234101. 1.2 14

5725 Model Dependency of TMAOâ€™s Counteracting Effect Against Action of Urea: Kast Model versus
Osmotic Model of TMAO. Journal of Physical Chemistry B, 2016, 120, 2352-2361. 1.2 30

5726 Estimating firstâ€•passage time distributions from weighted ensemble simulations and
nonâ€•<scp>M</scp>arkovian analyses. Protein Science, 2016, 25, 67-78. 3.1 26



311

Citation Report

# Article IF Citations

5727 Molecular dynamics simulations of conformation changes of HIV-1 regulatory protein on graphene.
Applied Surface Science, 2016, 377, 324-334. 3.1 48

5728 Molecular Dynamics Simulation of Atomic Force Microscopy at the Waterâ€“Muscovite Interface:
Hydration Layer Structure and Force Analysis. Langmuir, 2016, 32, 3608-3616. 1.6 28

5729 Orientational Dynamics of Water at an Extended Hydrophobic Interface. Journal of the American
Chemical Society, 2016, 138, 5551-5560. 6.6 42

5730 Atomistic Molecular Dynamics Simulations of Crude Oil/Brine Displacement in Calcite Mesopores.
Langmuir, 2016, 32, 3375-3384. 1.6 85

5731 Crystal Nucleation in Liquids: Open Questions and Future Challenges in Molecular Dynamics
Simulations. Chemical Reviews, 2016, 116, 7078-7116. 23.0 635

5732
Molecular dynamics simulation and free energy landscape methods in probing L215H, L217R and L225M
Î²I-tubulin mutations causing paclitaxel resistance in cancer cells. Biochemical and Biophysical
Research Communications, 2016, 476, 273-279.

1.0 45

5733 Interfacial thermal resistance between the graphene-coated copper and liquid water. International
Journal of Heat and Mass Transfer, 2016, 97, 422-431. 2.5 44

5734
Origin of Asymmetric Solvation Effects for Ions in Water and Organic Solvents Investigated Using
Molecular Dynamics Simulations: The Swain Acityâ€“Basity Scale Revisited. Journal of Physical
Chemistry B, 2016, 120, 8485-8517.

1.2 39

5735 Path to Collagenolysis. Journal of Biological Chemistry, 2016, 291, 7888-7901. 1.6 9

5736 Molecular modeling of fibronectin adsorption on topographically nanostructured rutile (110)
surfaces. Applied Surface Science, 2016, 384, 36-44. 3.1 14

5737 Molecular docking, 3D QSAR and dynamics simulation studies of imidazo-pyrrolopyridines as janus
kinase 1 (JAK 1) inhibitors. Computational Biology and Chemistry, 2016, 64, 33-46. 1.1 18

5738 Modeling Molecular Interactions in Water: From Pairwise to Many-Body Potential Energy Functions.
Chemical Reviews, 2016, 116, 7501-7528. 23.0 314

5739 Water Determines the Structure and Dynamics of Proteins. Chemical Reviews, 2016, 116, 7673-7697. 23.0 645

5740 On urea's ability to stabilize the globule state of poly(N-isopropylacrylamide). Physical Chemistry
Chemical Physics, 2016, 18, 14426-14433. 1.3 24

5741 Equilibrium between 5- and 6-Fold Coordination in the First Hydration Shell of Cu(II). Journal of
Physical Chemistry A, 2016, 120, 3958-3965. 1.1 17

5742 X-ray and Neutron Scattering of Water. Chemical Reviews, 2016, 116, 7570-7589. 23.0 170

5743 Correlation of the depletion layer with the Helmholtz layer in the anatase TiO2â€“H2O interface via
molecular dynamics simulations. Physical Chemistry Chemical Physics, 2016, 18, 15427-15435. 1.3 18

5744 Molecular Modeling on the Role of Local Concentration in the Crystallization ofl-Methionine from
Aqueous Solution. Crystal Growth and Design, 2016, 16, 3454-3464. 1.4 13



312

Citation Report

# Article IF Citations

5745 Force Fields for Carbohydrateâ€“Divalent Cation Interactions. Journal of Physical Chemistry B, 2016,
120, 5203-5208. 1.2 12

5746 Comparative Structural Dynamics of tRNAPhe with Respect to Hinge Region Methylated Guanosine: A
Computational Approach. Cell Biochemistry and Biophysics, 2016, 74, 157-173. 0.9 11

5747 Surface Wetting Study via Pseudocontinuum Modeling. Journal of Physical Chemistry C, 2016, 120,
11528-11534. 1.5 13

5748 Computer simulations of lung surfactant. Biochimica Et Biophysica Acta - Biomembranes, 2016, 1858,
2431-2440. 1.4 45

5749 Sparse Sampling of Water Density Fluctuations in Interfacial Environments. Journal of Chemical
Theory and Computation, 2016, 12, 706-713. 2.3 36

5750 Sodium Chloride, NaCl/Ïµ: New Force Field. Journal of Physical Chemistry B, 2016, 120, 2460-2470. 1.2 51

5751 Reusable Energy Absorption Performance Based on Nanofluidic Systems. Journal of Physical Chemistry
C, 2016, 120, 5213-5220. 1.5 15

5752 Molecular dynamics simulation of telomeric single-stranded DNA and POT1. Polymer Journal, 2016, 48,
189-195. 1.3 5

5753 Rapid capillary filling via ionâ€“water interactions over the nanoscale. Nanoscale, 2016, 8, 6535-6541. 2.8 15

5754 A neutron scattering and modelling study of aqueous solutions of tetramethylammonium and
tetrapropylammonium bromide. Physical Chemistry Chemical Physics, 2016, 18, 11193-11201. 1.3 24

5755 Diffusion and adsorption of uranyl ion in clays: Molecular dynamics study. Progress in Nuclear
Energy, 2016, 92, 286-297. 1.3 13

5756
Dynamics of the Water Molecules at the Intrinsic Liquid Surface As Seen from Molecular Dynamics
Simulation and Identification of Truly Interfacial Molecules Analysis. Journal of Physical Chemistry C,
2016, 120, 8578-8588.

1.5 21

5757 Stress and surface tension analyses of water on graphene-coated copper surfaces. International
Journal of Precision Engineering and Manufacturing, 2016, 17, 503-510. 1.1 29

5758 Asymmetric dynamics of ion channel forming proteins â€” Hepatitis C virus (HCV) p7 bundles. Biochimica
Et Biophysica Acta - Biomembranes, 2016, 1858, 1462-1470. 1.4 5

5759 Confinement and surface effects of aqueous solutions within charged carbon nanotubes. Physical
Chemistry Chemical Physics, 2016, 18, 12204-12212. 1.3 6

5760 Molecular Dynamics Simulation of Î²-Lactoglobulin at Different Oil/Water Interfaces.
Biomacromolecules, 2016, 17, 1572-1581. 2.6 50

5761 XANES Reveals the Flexible Nature of Hydrated Strontium in Aqueous Solution. Journal of Physical
Chemistry B, 2016, 120, 4114-4124. 1.2 57

5762 Effect of C5-Methylation of Cytosine on the UV-Induced Reactivity of Duplex DNA: Conformational and
Electronic Factors. Journal of Physical Chemistry B, 2016, 120, 4232-4242. 1.2 32



313

Citation Report

# Article IF Citations

5763 Solvation structure and dynamics of ions in concentrated urea solution. Journal of Molecular
Liquids, 2016, 216, 788-796. 2.3 8

5764 Optimization of Particle Transfers in the Gibbs Ensemble for Systems with Strong and Directional
Interactions Using CBMC, CFCMC, and CB/CFCMC. Journal of Physical Chemistry C, 2016, 120, 9148-9159. 1.5 18

5765 Recent progress in molecular simulation of aqueous electrolytes: force fields, chemical potentials
and solubility. Molecular Physics, 2016, 114, 1665-1690. 0.8 97

5766 Long-timescale dynamics of the Drewâ€“Dickerson dodecamer. Nucleic Acids Research, 2016, 44,
4052-4066. 6.5 86

5767 Structure and dynamics of DNA loops on nucleosomes studied with atomistic, microsecond-scale
molecular dynamics. Nucleic Acids Research, 2016, 44, 5450-5456. 6.5 42

5768
To Polarize or Not to Polarize? Charge-on-Spring versus KBFF Models for Water and Methanol Bulk
and Vaporâ€“Liquid Interfacial Mixtures. Journal of Chemical Theory and Computation, 2016, 12,
2373-2387.

2.3 15

5769 Molecular dynamics simulation on adsorption of pyrene-polyethylene onto ultrathin single-walled
carbon nanotube. Physica E: Low-Dimensional Systems and Nanostructures, 2016, 81, 226-234. 1.3 13

5770 Langmuir films and mechanical properties of polyethyleneglycol fatty acid esters at the air-water
interface. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2016, 498, 50-57. 2.3 16

5771 Atomistic Hydrodynamics and the Dynamical Hydrophobic Effect in Porous Graphene. Journal of
Physical Chemistry Letters, 2016, 7, 1907-1912. 2.1 25

5772 Zinc- and copper-porphyrins in aqueous solution â€“ two similar complexes with strongly contrasting
hydration. Molecular BioSystems, 2016, 12, 2288-2295. 2.9 6

5773 Wetting Behaviors of an Underwater Oil Droplet on Structured Surfaces. MRS Advances, 2016, 1,
667-673. 0.5 4

5774
Developing a Predictive Form of MOSCED for Nonelectrolyte Solids Using Molecular Simulation:
Application to Acetanilide, Acetaminophen, and Phenacetin. Industrial &amp; Engineering Chemistry
Research, 2016, 55, 5415-5430.

1.8 24

5775 The mechanism of the dielectric relaxation in water. Physical Chemistry Chemical Physics, 2016, 18,
13941-13953. 1.3 129

5776 Transitions of Double-Stranded DNA Between the A- and B-Forms. Journal of Physical Chemistry B, 2016,
120, 8449-8456. 1.2 38

5777 A complete basis set study of the lowest nâ€“Ï€* and Ï€â€“Ï€* electronic transitions of acrolein in explicit
water environment. Theoretical Chemistry Accounts, 2016, 135, 1. 0.5 13

5778 Spontaneous recovery of superhydrophobicity on nanotextured surfaces. Proceedings of the
National Academy of Sciences of the United States of America, 2016, 113, 5508-5513. 3.3 69

5779 Glycosylation is crucial for a proper catalytic site organization in human glucocerebrosidase.
Glycoconjugate Journal, 2016, 33, 237-244. 1.4 13

5780 Optimizing Water Transport through Graphene-Based Membranes: Insights from Nonequilibrium
Molecular Dynamics. ACS Applied Materials &amp; Interfaces, 2016, 8, 12330-12336. 4.0 110



314

Citation Report

# Article IF Citations

5781 Molecular dynamics simulations to study the solvent influence on protein structure. Chemical
Physics Letters, 2016, 651, 92-96. 1.2 3

5782
Solvent effects in the thermal decomposition reaction of ammonium carbamate: A computational
molecular dynamics study of the relative solubilities of CO2 and NH3 in water, ethylene glycol, and
their mixtures. International Journal of Heat and Mass Transfer, 2016, 100, 224-230.

2.5 7

5783 Carbon Density Is an Indicator of Mass Accommodation Coefficient of Water on Organic-Coated
Water Surface. Journal of Physical Chemistry A, 2016, 120, 2885-2893. 1.1 15

5784 Conformations of Myoglobin-Derived Peptides at the Airâ€“Water Interface. Langmuir, 2016, 32,
4405-4414. 1.6 14

5785 Ionic Behavior in Highly Concentrated Aqueous Solutions Nanoconfined between Discretely Charged
Silicon Surfaces. Langmuir, 2016, 32, 4806-4814. 1.6 26

5786 Dynamics of H2 adsorbed in porous materials as revealed by computational analysis of inelastic
neutron scattering spectra. Physical Chemistry Chemical Physics, 2016, 18, 17141-17158. 1.3 23

5787 Viscosity of Water under Electric Field: Anisotropy Induced by Redistribution of Hydrogen Bonds.
Journal of Physical Chemistry B, 2016, 120, 4818-4827. 1.2 31

5788 Temperature Dependence of Nanoconfined Water Properties: Application to Cementitious Materials.
Journal of Physical Chemistry C, 2016, 120, 11465-11480. 1.5 30

5789 A molecular dynamics investigation of the dissociation constants of acetic and oxalic acid in
supercritical water. Molecular Physics, 2016, 114, 1915-1921. 0.8 3

5790 Nanodroplets Impacting on Graphene. MRS Advances, 2016, 1, 675-680. 0.5 3

5791 Computer Simulation Studies of the Mechanism of Hydrotrope-Assisted Solubilization of a Sparingly
Soluble Drug Molecule. Journal of Physical Chemistry B, 2016, 120, 3540-3550. 1.2 20

5792 Fractional separation of polymers in nanochannels: Combined influence of wettability and structure.
Journal of Polymer Science, Part B: Polymer Physics, 2016, 54, 2118-2125. 2.4 4

5793 Formation of Clathrate Hydrates of Water-Soluble Guest Molecules. Journal of Physical Chemistry C,
2016, 120, 21512-21521. 1.5 40

5794 DNA minicircles clarify the specific role of DNA structure on retroviral integration. Nucleic Acids
Research, 2016, 44, 7830-7847. 6.5 22

5795 Free energy barrier for dissociation of the guanosine monophosphate anion in water. European
Physical Journal D, 2016, 70, 1. 0.6 11

5796 The effect of urea and taurine osmolytes on hydrophobic association and solvation of methane and
neopentane molecules. Journal of Molecular Liquids, 2016, 223, 660-671. 2.3 6

5797 Sparse Neural Network Models of Antimicrobial Peptideâ€•Activity Relationships. Molecular Informatics,
2016, 35, 606-614. 1.4 15

5798
Antibacterial efficacy of fractions and compounds from Indigofera barberi: Identification of DNA
gyrase B inhibitors through pharmacophore based virtual screening. Process Biochemistry, 2016, 51,
2208-2221.

1.8 10



315

Citation Report

# Article IF Citations

5799 Molecular transport through capillaries made with atomic-scale precision. Nature, 2016, 538, 222-225. 13.7 483

5800
The relationship between the formation of clusters containing tetrahedral molecules and the
dynamic and thermodynamic anomalies of cooled TIP4P/2005 water. Journal of the Korean Physical
Society, 2016, 69, 40-44.

0.3 1

5801 Local structure of ionic liquidâ€“monohydric alcohol solutions. Journal of Structural Chemistry,
2016, 57, 121-127. 0.3 7

5802 Molecular dynamics simulations of Ca2+Clâˆ’ ion pair in polar mixtures of acetone and water:
Solvation and dynamical studies. Chemical Physics Letters, 2016, 662, 306-316. 1.2 9

5803 Towards a Multiscale Simulation Approach of Nanofluids for Volumetric Solar Receivers: Assessing
Inter-particle Potential Energy. Energy Procedia, 2016, 91, 3-10. 1.8 7

5804 Structural and dynamical aspects of uranyl ions in supercritical water: A molecular dynamics
simulation study. Journal of Molecular Liquids, 2016, 224, 599-606. 2.3 7

5805 Colored spectrum characteristics of thermal noise on the molecular scale. Physical Chemistry
Chemical Physics, 2016, 18, 30189-30195. 1.3 5

5806 Ideality contours and thermodynamic regularities in supercritical molecular fluids. Chemical Physics
Letters, 2016, 658, 37-42. 1.2 24

5807 Characteristics of K + and Rb + as â€œstructure-breakingâ€• ions in dilute aqueous solution: Insights from
ONIOM-XS MD simulations. Chemical Physics, 2016, 479, 72-80. 0.9 11

5808 New Insights into the Dynamics of Zwitterionic Micelles and Their Hydration Waters by
Gigahertz-to-Terahertz Dielectric Spectroscopy. Journal of Physical Chemistry B, 2016, 120, 10757-10767. 1.2 35

5809 Free energy analysis and mechanism of base pair stacking in nicked DNA. Nucleic Acids Research, 2016,
44, gkw607. 6.5 60

5810 Diffusion in Homogeneous and in Inhomogeneous Media: A New Unified Approach. Journal of Chemical
Theory and Computation, 2016, 12, 5247-5255. 2.3 34

5811 Molecular Simulation of <i>n</i>-Octacosaneâ€“Water Mixture in Titania Nanopores at Elevated
Temperature and Pressure. Journal of Physical Chemistry C, 2016, 120, 24743-24753. 1.5 14

5812
Solvent effects on optical excitations of poly para phenylene ethynylene studied by QM/MM
simulations based on many-body Green's functions theory. European Physical Journal: Special Topics,
2016, 225, 1743-1756.

1.2 6

5813 Effects of dimethyl sulfoxide on the hydrogen bonding structure and dynamics of aqueous
N-methylacetamide solution. Journal of Chemical Sciences, 2016, 128, 991-1001. 0.7 20

5814
Conformational Change in the Mechanism of Inclusion of Ketoprofen in Î²-Cyclodextrin: NMR
Spectroscopy, Ab Initio Calculations, Molecular Dynamics Simulations, and Photoreactivity. Journal
of Physical Chemistry B, 2016, 120, 10668-10678.

1.2 15

5815 Interactions of Sulfobetaine Zwitterionic Surfactants with Water on Water Surface. Langmuir, 2016,
32, 10905-10911. 1.6 32

5816 Activities in Aqueous Solutions of the Alkali Halide Salts from Molecular Simulation. Journal of
Chemical &amp; Engineering Data, 2016, 61, 4068-4076. 1.0 21



316

Citation Report

# Article IF Citations

5817 A delicate case of unidirectional proton transfer from water to an aromatic heterocyclic anion.
Physical Chemistry Chemical Physics, 2016, 18, 29979-29986. 1.3 8

5818 Interfacial friction of ethanolâ€“water mixtures in graphene pores. Microfluidics and Nanofluidics,
2016, 20, 1. 1.0 12

5819 POPC Bilayers Supported on Nanoporous Substrates: Specific Effects of Silica-Type Surface
Hydroxylation and Charge Density. Langmuir, 2016, 32, 6766-6774. 1.6 11

5820
A multi-resolution model to capture both global fluctuations of an enzyme and molecular
recognition in the ligand-binding site. Proteins: Structure, Function and Bioinformatics, 2016, 84,
1902-1913.

1.5 29

5821 Theory of model electrolyte solutions: Assessing the short- and long-ranged contributions by
molecular simulations. Fluid Phase Equilibria, 2016, 430, 195-206. 1.4 7

5822 Temperature-dependent structural properties of water molecules confined in TiO2 nanoslits: Insights
from molecular dynamics simulations. Fluid Phase Equilibria, 2016, 430, 169-177. 1.4 19

5823 Biological Membranes in Extreme Conditions: Anionic Tetraether Lipid Membranes and Their
Interactions with Sodium and Potassium. Journal of Physical Chemistry B, 2016, 120, 10628-10634. 1.2 8

5824 How Does a Hydrophobic Macromolecule Respond to a Mixed Osmolyte Environment?. Journal of
Physical Chemistry B, 2016, 120, 10969-10978. 1.2 16

5825 A comparative study based on docking and molecular dynamics simulations over HDAC-tubulin dual
inhibitors. Journal of Molecular Graphics and Modelling, 2016, 70, 170-180. 1.3 21

5826 Molecular Origins of the Zeta Potential. Langmuir, 2016, 32, 10189-10198. 1.6 90

5827 In-Depth Insights into the Key Steps of Delamination of Charged 2D Nanomaterials. Langmuir, 2016, 32,
10582-10588. 1.6 73

5828 Study of Hydrophobic Clustering in Partially Sulfonated Polystyrene Solutions with a Systematic
Coarse-Grained Model. Macromolecules, 2016, 49, 7571-7580. 2.2 5

5829 A molecular dynamics simulation study of the effect of waterâ€“graphene interaction on the properties
of confined water. Molecular Simulation, 2016, 42, 1475-1484. 0.9 10

5830 Proteinâ€“DNA interfaces: a molecular dynamics analysis of time-dependent recognition processes for
three transcription factors. Nucleic Acids Research, 2016, 44, gkw841. 6.5 31

5831 Universal Repulsive Contribution to the Solvent-Induced Interaction Between Sizable, Curved
Hydrophobes. Journal of Physical Chemistry Letters, 2016, 7, 3158-3163. 2.1 8

5832 Does Cation Size Affect Occupancy and Electrostatic Screening of the Nucleic Acid Ion Atmosphere?.
Journal of the American Chemical Society, 2016, 138, 10925-10934. 6.6 50

5833 Detailed computational analysis revealed mutation V210I on PrP induced conformational conversion
on Î²2â€“Î±2 loop and Î±2â€“Î±3. Molecular BioSystems, 2016, 12, 3223-3233. 2.9 13

5834 Birth of NaCl Crystals: Insights from Molecular Simulations. Journal of Physical Chemistry B, 2016,
120, 9076-9087. 1.2 41



317

Citation Report

# Article IF Citations

5835 Digitalized K<sup>+</sup> Occupancy in the Nanocavity Holds and Releases Queues of K<sup>+</sup>
in a Channel. Journal of the American Chemical Society, 2016, 138, 10284-10292. 6.6 22

5836
Critical Microemulsion Concentration and Molar Ratio of Water-to-Surfactant of Supercritical
CO<sub>2</sub> Microemulsions with Commercial Nonionic Surfactants: Experiment and Molecular
Dynamics Simulation. Journal of Chemical &amp; Engineering Data, 2016, 61, 3135-3143.

1.0 13

5837 Action of Caffeine as an Amyloid Inhibitor in the Aggregation of AÎ²<sub>16â€“22</sub> Peptides. Journal
of Physical Chemistry B, 2016, 120, 9019-9033. 1.2 48

5838 The role of caffeine as an inhibitor in the aggregation of amyloid forming peptides: a unified
molecular dynamics simulation and experimental study. RSC Advances, 2016, 6, 78548-78558. 1.7 25

5839 Influence of curvature on water desalination through the graphene membrane with Si-passivated
nanopore. Computational Materials Science, 2016, 124, 160-165. 1.4 16

5840 Identification of Limonol Derivatives as Heat Shock Proteinâ€…90 (Hsp90) Inhibitors through a
Multidisciplinary Approach. Chemistry - A European Journal, 2016, 22, 13236-13250. 1.7 31

5841 Molecular Dynamics Simulations of SFG Librational Modes Spectra of Water at the Waterâ€“Air
Interface. Journal of Physical Chemistry C, 2016, 120, 18665-18673. 1.5 34

5842 Solvation structures and dynamics of alkaline earth metal halides in supercritical water: A molecular
dynamics study. Chemical Physics, 2016, 476, 80-90. 0.9 10

5843 Confined Water Determines Transport Properties of Guest Molecules in Narrow Pores. ACS Nano,
2016, 10, 7646-7656. 7.3 66

5844 Hydrogen bond connectivities in waterâ€“ethanol mixtures: On the influence of the H-bond definition.
Journal of Molecular Liquids, 2016, 220, 836-841. 2.3 19

5845 Solvation of C<sub>60</sub> Fullerene and C<sub>60</sub>F<sub>48</sub> Fluorinated Fullerene in
Molecular and Ionic Liquids. Journal of Physical Chemistry C, 2016, 120, 19396-19408. 1.5 11

5849 Comparison of Different TMAO Force Fields and Their Impact on the Folding Equilibrium of a
Hydrophobic Polymer. Journal of Physical Chemistry B, 2016, 120, 8757-8767. 1.2 36

5850 The self-propelled movement of the water nanodroplet in different surface wettability gradients: A
contact angle view. Computational Materials Science, 2016, 124, 190-194. 1.4 27

5851 Pressure Profile Calculation with Mesh Ewald Methods. Journal of Chemical Theory and
Computation, 2016, 12, 4509-4515. 2.3 24

5852 Effect of Surface Chemistry on Water Interaction with Cu(111). Langmuir, 2016, 32, 8061-8070. 1.6 16

5853 The effect of the environment on the methyl transfer reaction mechanism between
trimethylsulfonium and phenolate. Physical Chemistry Chemical Physics, 2016, 18, 24033-24042. 1.3 6

5854 Shape effect of nanochannels on water mobility. Frontiers of Physics, 2016, 11, 1. 2.4 4

5855 An alternative explanation of the cononsolvency of poly(N-isopropylacrylamide) in waterâ€“methanol
solutions. Physical Chemistry Chemical Physics, 2016, 18, 25601-25608. 1.3 63



318

Citation Report

# Article IF Citations

5856 Molecular dynamics simulations of the dielectric properties of fructose aqueous solutions. Journal
of Physics Condensed Matter, 2016, 28, 414018. 0.7 1

5857 Predicting the Chemical Potential and Osmotic Pressure of Polysaccharide Solutions by Molecular
Simulations. Journal of Chemical Theory and Computation, 2016, 12, 4375-4384. 2.3 39

5858 Dominance of Dispersion Interactions and Entropy over Electrostatics in Determining the Wettability
and Friction of Two-Dimensional MoS<sub>2</sub> Surfaces. ACS Nano, 2016, 10, 9145-9155. 7.3 63

5859 Proton transfer from water to ketyl radical anion: Assessment of critical size of hydrated cluster
and free energy barrier in solution from first principles simulations. Chemical Physics, 2016, 477, 46-51. 0.9 9

5860
Insights into the molecular basis for substrate binding and specificity of the wild-type
L-arginine/agmatine antiporter AdiC. Proceedings of the National Academy of Sciences of the United
States of America, 2016, 113, 10358-10363.

3.3 82

5861 On the properties of the curcumin molecule in water. Exploration of the OPLS - United atom model by
molecular dynamics computer simulation. Journal of Molecular Liquids, 2016, 223, 707-715. 2.3 10

5862 Destabilization of Hydrophobic Core of Chicken Villin Headpiece in Guanidinium Chloride Induced
Denaturation: Hint of Ï€-Cation Interaction. Journal of Physical Chemistry B, 2016, 120, 9599-9607. 1.2 15

5863 Relating side chain organization of PNIPAm with its conformation in aqueous methanol. Soft Matter,
2016, 12, 7995-8003. 1.2 71

5864 First-principles assessment of CO<sub>2</sub> capture mechanisms in aqueous piperazine solution.
Physical Chemistry Chemical Physics, 2016, 18, 25296-25307. 1.3 26

5865 Structural basis of control of inward rectifier Kir2 channel gating by bulk anionic phospholipids.
Journal of General Physiology, 2016, 148, 227-237. 0.9 66

5866 Efficient molecular packing of glycerol monostearate in Langmuir monolayers at the air-water
interface. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2016, 508, 85-92. 2.3 14

5867 Using Grand Canonical Monte Carlo Simulations to Understand the Role of Interfacial Fluctuations
on Solvation at the Waterâ€“Vapor Interface. Journal of Physical Chemistry B, 2016, 120, 9697-9707. 1.2 6

5868 Molecular Properties of Astaxanthin in Water/Ethanol Solutions from Computer Simulations.
Journal of Physical Chemistry B, 2016, 120, 9322-9328. 1.2 7

5869
The SAMPL5 challenge for embedded-cluster integral equation theory: solvation free energies,
aqueous pK a, and cyclohexaneâ€“water log D. Journal of Computer-Aided Molecular Design, 2016, 30,
1035-1044.

1.3 28

5870
Molecular-dynamic simulation of aliphatic alcohols distribution between the micelle of
3-methyl-1-dodecylimidazolium bromide and their aqueous surrounding. Colloids and Surfaces A:
Physicochemical and Engineering Aspects, 2016, 508, 93-100.

2.3 4

5871 Dielectric behavior for saline solutions from renormalized diagrammatically proper interaction site
model theory. Journal of Physics Condensed Matter, 2016, 28, 414006. 0.7 1

5872 Dynamic Response in Nanoelectrowetting on a Dielectric. ACS Nano, 2016, 10, 8536-8544. 7.3 29

5873 Adsorption mechanisms of microcystin variant conformations at waterâ€“mineral interfaces: A
molecular modeling investigation. Journal of Colloid and Interface Science, 2016, 480, 166-174. 5.0 28



319

Citation Report

# Article IF Citations

5874 Rotational dynamics of water molecules near biological surfaces with implications for nuclear
quadrupole relaxation. Physical Chemistry Chemical Physics, 2016, 18, 24620-24630. 1.3 28

5875 Computer simulation of the AOT reverse micelle at freezing temperature. Colloids and Surfaces A:
Physicochemical and Engineering Aspects, 2016, 510, 122-128. 2.3 1

5876 Binding of Solvent Molecules to a Protein Surface in Binary Mixtures Follows a Competitive Langmuir
Model. Langmuir, 2016, 32, 8960-8968. 1.6 14

5877 Structure-based discovery of opioid analgesics with reduced side effects. Nature, 2016, 537, 185-190. 13.7 744

5878 Prediction of thermal conductivity and viscosity of nanofluids by molecular dynamics simulation.
Journal of Engineering Thermophysics, 2016, 25, 389-400. 0.6 28

5879 Effects of Aspect Ratio on Water Immersion into Deep Silica Nanoholes. Langmuir, 2016, 32, 8759-8766. 1.6 0

5880 Monte Carlo Simulation of Adsorption of Polar and Nonpolar Gases in (FP)YEu Metalâ€“Organic
Framework. Journal of Chemical &amp; Engineering Data, 2016, 61, 4209-4214. 1.0 7

5881
Temperature Dependence of Static and Dynamic Heterogeneities in a Waterâ€“Ethanol Binary Mixture
and a Study of Enhanced, Short-Lived Fluctuations at Low Concentrations. Journal of Physical
Chemistry B, 2016, 120, 12568-12583.

1.2 19

5882 Structure and Mobility of Lactose in Lactose/Sodium Montmorillonite Nanocomposites. Langmuir,
2016, 32, 13214-13225. 1.6 12

5883
Is dynamic heterogeneity of water in presence of a protein denaturing agent different from that in
presence of a protein stabilizer? A molecular dynamics simulation study. Journal of Chemical Sciences,
2016, 128, 1943-1954.

0.7 15

5884 Molecular Dynamics Simulations Reveal the Mechanisms of Allosteric Activation of Hsp90 by Designed
Ligands. Scientific Reports, 2016, 6, 23830. 1.6 71

5885 Design, Synthesis and Evaluation of New Fluoroamodiaquine Analogues. Chemical and Pharmaceutical
Bulletin, 2016, 64, 594-601. 0.6 6

5886 Atomisticâ€•scale investigation of effective stress principle of saturated porous materials by molecular
dynamics. Geophysical Research Letters, 2016, 43, 10,257. 1.5 6

5887 The phase equilibrium, transport and local liquid structure of the methanol/water/ethylene ternary
system: A molecular simulation study. Fluid Phase Equilibria, 2016, 429, 275-280. 1.4 4

5888 Hofmeister effect for electrokinetic transport at ordered DNA layers. Microfluidics and
Nanofluidics, 2016, 20, 1. 1.0 5

5889 Hydrogen Bonding and Dielectric Spectra of Ethylene Glycolâ€“Water Mixtures from Molecular
Dynamics Simulations. Journal of Physical Chemistry B, 2016, 120, 10515-10523. 1.2 27

5890 Assembly of Triblock Amphiphilic Peptides into One-Dimensional Aggregates and Network Formation.
Journal of Physical Chemistry B, 2016, 120, 10243-10257. 1.2 8

5891 Wetting behavior of water on silicon carbide polar surfaces. Physical Chemistry Chemical Physics,
2016, 18, 28033-28039. 1.3 27



320

Citation Report

# Article IF Citations

5893 On the Structural and Dynamical Properties of DOPC Reverse Micelles. Langmuir, 2016, 32, 10610-10620. 1.6 35

5894
Study on the interaction of CaCO 3 nanoparticles and surfactant in emulsion phase transition and its
molecular dynamics simulation. Colloids and Surfaces A: Physicochemical and Engineering Aspects,
2016, 511, 105-112.

2.3 5

5895 Unraveling the different charge storage mechanism in T and H phases of MoS2. Electrochimica Acta,
2016, 217, 1-8. 2.6 37

5896 Dynamic Behavior of Mesoscopic Concentration Fluctuations in an Aqueous Solution of 1-Propanol
by MD Simulation. Chemistry Letters, 2016, 45, 98-100. 0.7 5

5897 Using Dimensionality Reduction to Systematically Expand Conformational Sampling of Intrinsically
Disordered Peptides. Journal of Chemical Theory and Computation, 2016, 12, 4726-4734. 2.3 32

5898 Lubrication Behavior of Water Molecules Confined in TiO<sub>2</sub> Nanoslits: A Molecular
Dynamics Study. Journal of Chemical &amp; Engineering Data, 2016, 61, 4023-4030. 1.0 15

5899 Adaptive Resolution Simulation of Supramolecular Water: The Concurrent Making, Breaking, and
Remaking of Water Bundles. Journal of Chemical Theory and Computation, 2016, 12, 4138-4145. 2.3 30

5900 Structure and Stability of Long Rod-like Dodecyltrimethylammonium Chloride Micelles in Solutions
of Hydroxybenzoates: A Molecular Dynamics Simulation Study. Langmuir, 2016, 32, 8275-8286. 1.6 11

5901 Surface modification of adamantane-terminated gold nanoclusters using cyclodextrins. Physical
Chemistry Chemical Physics, 2016, 18, 23358-23364. 1.3 26

5902
Coupling all-atom molecular dynamics simulations of ions in water with Brownian dynamics.
Proceedings of the Royal Society A: Mathematical, Physical and Engineering Sciences, 2016, 472,
20150556.

1.0 16

5903 Water adsorption behaviour of CAU-10-H: a thorough investigation of its structureâ€“property
relationships. Journal of Materials Chemistry A, 2016, 4, 11859-11869. 5.2 166

5904
Quantitative analysis of surface tension of liquid nano-film with thickness: Two stage stability
mechanism, molecular dynamics and thermodynamics approach. Physica A: Statistical Mechanics and
Its Applications, 2016, 462, 1018-1028.

1.2 5

5905
Combined Experimental and Molecular Simulation Investigation of the Individual Effects of Corexit
Surfactants on the Aerosolization of Oil Spill Matter. Journal of Physical Chemistry A, 2016, 120,
6048-6058.

1.1 5

5906 Kirkwoodâ€“Buff Integrals for Aqueous Urea Solutions Based upon the Quantum Chemical
Electrostatic Potential and Interaction Energies. Journal of Physical Chemistry B, 2016, 120, 7714-7723. 1.2 12

5907 Computing the dielectric constant of liquid water at constant dielectric displacement. Physical
Review B, 2016, 93, . 1.1 49

5908 Passive fluidic diode for simple fluids using nested nanochannel structures. Physical Review E, 2016,
93, 033101. 0.8 12

5909 Hydrodynamic slip in silicon nanochannels. Physical Review E, 2016, 93, 033117. 0.8 33

5910 Molecular dynamics simulation studies of hyperbranched polyglycerols and their encapsulation
behaviors of small drug molecules. Physical Chemistry Chemical Physics, 2016, 18, 22446-22457. 1.3 8



321

Citation Report

# Article IF Citations

5911 Understanding about How Different Foaming Gases Effect the Interfacial Array Behaviors of
Surfactants and the Foam Properties. Langmuir, 2016, 32, 7503-7511. 1.6 24

5912 The solvation structure of alprazolam. Physical Chemistry Chemical Physics, 2016, 18, 22416-22425. 1.3 7

5913 Systematic Generation of Anisotropic Coarse-Grained Lennard-Jones Potentials and Their Application
to Ordered Soft Matter. Journal of Chemical Theory and Computation, 2016, 12, 4362-4374. 2.3 22

5914 Understanding the Hydrophilicity and Water Adsorption Behavior of Nanoporous Nitrogen-Doped
Carbons. Journal of Physical Chemistry C, 2016, 120, 18167-18179. 1.5 46

5915 Hydrophobic Association in Mixed Ureaâ€“TMAO Solutions. Journal of Physical Chemistry Letters, 2016,
7, 3052-3059. 2.1 44

5916 Molecular mechanisms responsible for hydrate anti-agglomerant performance. Physical Chemistry
Chemical Physics, 2016, 18, 24859-24871. 1.3 53

5917 Nanomechanics of Type I Collagen. Biophysical Journal, 2016, 111, 50-56. 0.2 67

5918
Vapor-liquid interface properties of diethyl sulfoxide-water and ethyl methyl sulfoxide-water
mixtures: Molecular dynamics simulations and quantum-chemical calculations. Fluid Phase Equilibria,
2016, 427, 180-186.

1.4 6

5919 Adaptive Resolution Simulations with Self-Adjusting High-Resolution Regions. Journal of Chemical
Theory and Computation, 2016, 12, 4067-4081. 2.3 24

5920 Aggregation Kinetics and Stability Mechanisms of Pristine and Oxidized Nanocarbons in Polar
Solvents. Journal of Physical Chemistry C, 2016, 120, 16804-16814. 1.5 14

5921 A molecular mechanical model for N-heterocyclic carbenes. Physical Chemistry Chemical Physics, 2016,
18, 22070-22080. 1.3 6

5922 Molecular investigation of oilâ€“water separation using PVDF polymer by molecular dynamic
simulation. RSC Advances, 2016, 6, 74124-74134. 1.7 26

5923 Hydrodynamic slip length as a surface property. Physical Review E, 2016, 93, 023101. 0.8 55

5924 Homologous Pairing between Long DNA Double Helices. Physical Review Letters, 2016, 116, 158101. 2.9 20

5925 Water Dielectric Effects in Planar Confinement. Physical Review Letters, 2016, 117, 048001. 2.9 189

5926 Concurrent parametrization against static and kinetic information leads to more robust
coarse-grained force fields. European Physical Journal: Special Topics, 2016, 225, 1373-1389. 1.2 17

5927 Accurate and general treatment of electrostatic interaction in Hamiltonian adaptive resolution
simulations. European Physical Journal: Special Topics, 2016, 225, 1505-1526. 1.2 17

5928 Phase behavior and flow in shale nanopores from molecular simulations. Fluid Phase Equilibria, 2016,
430, 156-168. 1.4 97



322

Citation Report

# Article IF Citations

5929 Rotating carbon nanotube membrane filter for water desalination. Scientific Reports, 2016, 6, 26183. 1.6 52

5930 Structural elements of an NRPS cyclization domain and its intermodule docking domain. Proceedings
of the National Academy of Sciences of the United States of America, 2016, 113, 12432-12437. 3.3 65

5931 A quantum-mechanics molecular-mechanics scheme for extended systems. Journal of Physics
Condensed Matter, 2016, 28, 335201. 0.7 7

5932 Mechanism of Temperature Dependent Thermal Transport across the Interface between Self-Assembled
Monolayer and Water. Journal of Physical Chemistry C, 2016, 120, 26678-26685. 1.5 40

5933 Role of Hydration Layer in Dynamical Transition in Proteins: Insights from Translational
Self-Diffusivity. Journal of Physical Chemistry B, 2016, 120, 12031-12039. 1.2 14

5934 How Is the Surface Tension of Various Liquids Distributed along the Interface Normal?. Journal of
Physical Chemistry C, 2016, 120, 27468-27477. 1.5 37

5935 Hydration Repulsion between Carbohydrate Surfaces Mediated by Temperature and Specific Ions.
Scientific Reports, 2016, 6, 28553. 1.6 21

5936 Comparison of hydration behavior and conformational preferences of the Trp-cage mini-protein in
different rigid-body water models. Physical Chemistry Chemical Physics, 2016, 18, 32796-32813. 1.3 16

5937 Adsorption and desorption behavior of ionic and nonionic surfactants on polymer surfaces. Soft
Matter, 2016, 12, 9692-9704. 1.2 34

5938 Role of caffeine as an inhibitor in aggregation of hydrophobic molecules: A molecular dynamics
simulation study. Journal of Molecular Liquids, 2016, 224, 930-939. 2.3 5

5939 The pathway to GTPase activation of elongation factor SelB on the ribosome. Nature, 2016, 540, 80-85. 13.7 93

5940 A Relation for Nanodroplet Diffusion on Smooth Surfaces. Scientific Reports, 2016, 6, 26488. 1.6 15

5941 Effect of electrostatic incitation on the wetting mode of a nano-drop over a pillar-arrayed surface.
RSC Advances, 2016, 6, 110127-110133. 1.7 10

5942 Implicit Solvent Model for Million-Atom Atomistic Simulations: Insights into the Organization of
30-nm Chromatin Fiber. Journal of Chemical Theory and Computation, 2016, 12, 5946-5959. 2.3 29

5943 Transport Phenomena of Water in Molecular Fluidic Channels. Scientific Reports, 2016, 6, 33881. 1.6 71

5944 Effect of the meniscus contact angle during early regimes of spontaneous imbibition in nanochannels.
Physical Chemistry Chemical Physics, 2016, 18, 31997-32001. 1.3 12

5945
Water based on a molecular model behaves like a hard-sphere solvent for a nonpolar solute when the
reference interaction site model and related theories are employed. Journal of Physics Condensed
Matter, 2016, 28, 344003.

0.7 14

5946 Tuning ice nucleation with counterions on polyelectrolyte brush surfaces. Science Advances, 2016, 2,
e1600345. 4.7 134



323

Citation Report

# Article IF Citations

5947 Scaling Atomic Partial Charges of Carbonate Solvents for Lithium Ion Solvation and Diffusion.
Journal of Chemical Theory and Computation, 2016, 12, 5709-5718. 2.3 64

5948 Evolving serodiagnostics by rationally designed peptide arrays: the Burkholderia paradigm in Cystic
Fibrosis. Scientific Reports, 2016, 6, 32873. 1.6 21

5949 Behaviour of aqueous N-methylacetamide solution in presence of ethanol and 2,2,2 tri-fluoroethanol:
Hydrogen bonding structure and dynamics. Journal of Molecular Liquids, 2016, 224, 1370-1379. 2.3 2

5950 Hydrogen-Bonding Polarizable Intermolecular Potential Model for Water. Journal of Physical
Chemistry B, 2016, 120, 12358-12370. 1.2 40

5951 Convergence of Excitation Energies in Mixed Quantum and Classical Solvent: Comparison of
Continuum and Point Charge Models. Journal of Physical Chemistry B, 2016, 120, 12148-12159. 1.2 42

5952 Sustaining Superheated Liquid within Hydrophilic Surface Texture. Langmuir, 2016, 32, 12947-12953. 1.6 10

5953 Many-Body Potentials for Aqueous Be<sup>2+</sup> Derived from ab Initio Calculations. Journal of
Physical Chemistry B, 2016, 120, 12371-12378. 1.2 2

5954 Statistical thermodynamics of aromaticâ€“aromatic interactions in aqueous solution. Physical
Chemistry Chemical Physics, 2016, 18, 32406-32417. 1.3 5

5955 Molecular dynamics simulations of atomistic hydration structures of poly(vinyl methyl ether).
Chinese Journal of Polymer Science (English Edition), 2016, 34, 1396-1410. 2.0 2

5956 Parametrizing coarse grained models for molecular systems at equilibrium. European Physical
Journal: Special Topics, 2016, 225, 1347-1372. 1.2 15

5957 Self-assembly of neuroprotective carbazolium based small molecules at octane/water interface: A
simulation investigation. Chemical Physics, 2016, 480, 1-11. 0.9 6

5958 Multiple Staggered Mesh Ewald: Boosting the Accuracy of the Smooth Particle Mesh Ewald Method.
Journal of Chemical Theory and Computation, 2016, 12, 5596-5608. 2.3 32

5959 Solvation Dynamics in Water: 2. Energy Fluxes on Excited- and Ground-State Surfaces. Journal of
Physical Chemistry B, 2016, 120, 11287-11297. 1.2 12

5960 Molecular Dynamics Study of Mg<sup>2+</sup>/Li<sup>+</sup> Separation via Biomimetic
Graphene-Based Nanopores: The Role of Dehydration in Second Shell. Langmuir, 2016, 32, 13778-13786. 1.6 58

5961 Molecular dynamics simulation of nanomanipulation based on AFM in liquid ambient. Applied Physics
A: Materials Science and Processing, 2016, 122, 1. 1.1 7

5962 On the anomalous temperature dependence of cellulose aqueous solubility. Cellulose, 2016, 23,
2375-2387. 2.4 12

5963 Aspects of Weak Interactions between Folate and Glycine Betaine. Biochemistry, 2016, 55, 6282-6294. 1.2 6

5964 Sensitivity of Protein Glass Transition to the Choice of Water Model. Journal of Chemical Theory and
Computation, 2016, 12, 5643-5655. 2.3 16



324

Citation Report

# Article IF Citations

5965 Refining Disordered Peptide Ensembles with Computational Amide I Spectroscopy: Application to
Elastin-Like Peptides. Journal of Physical Chemistry B, 2016, 120, 11395-11404. 1.2 19

5966 Activated desorption at heterogeneous interfaces and long-time kinetics of hydrocarbon recovery
from nanoporous media. Nature Communications, 2016, 7, 11890. 5.8 100

5967 A new, double-inversion mechanism of the F<sup>âˆ’</sup> + CH<sub>3</sub>Cl S<sub>N</sub>2
reaction in aqueous solution. Physical Chemistry Chemical Physics, 2016, 18, 31895-31903. 1.3 32

5968
Characterizing hydrophobicity of amino acid side chains in a protein environment via measuring
contact angle of a water nanodroplet on planar peptide network. Proceedings of the National
Academy of Sciences of the United States of America, 2016, 113, 12946-12951.

3.3 87

5969 Molecular Dynamics Simulations of Anion Exclusion in Clay Interlayer Nanopores. Clays and Clay
Minerals, 2016, 64, 374-388. 0.6 61

5970 Optimization of classical nonpolarizable force fields for OHâˆ’ and H3O+. Journal of Chemical Physics,
2016, 144, 104503. 1.2 47

5971 Hydration force fluctuations in hydrophilic planar systems. Biointerphases, 2016, 11, 019004. 0.6 4

5972 Molecular Simulations of the Vaporâ€“Liquid Phase Interfaces of Pure Water Modeled with the SPC/E
and the TIP4P/2005 Molecular Models. EPJ Web of Conferences, 2016, 114, 02136. 0.1 14

5973 Unveiling the complex network of interactions in Ionic Liquids: a combined EXAFS and Molecular
Dynamics approach. Journal of Physics: Conference Series, 2016, 712, 012135. 0.3 0

5974
Structural and physical properties of condensed H2O systems up to 2 GPa: A brief review. Moscow
University Physics Bulletin (English Translation of Vestnik Moskovskogo Universiteta, Fizika), 2016, 71,
36-42.

0.1 0

5975 Hierarchical atom type definitions and extensible allâ€•atom force fields. Journal of Computational
Chemistry, 2016, 37, 653-664. 1.5 24

5976 Osmotic Pressure Simulations of Amino Acids and Peptides Highlight Potential Routes to Protein
Force Field Parameterization. Journal of Physical Chemistry B, 2016, 120, 8217-8229. 1.2 28

5977 Can trimethylamine-<i>N</i>-oxide act to influence the self-aggregation of <i>tert</i>-butyl alcohol?.
Molecular Physics, 2016, 114, 2098-2107. 0.8 4

5978 Salting-out of methane in the aqueous solutions of urea and sarcosine. Journal of Chemical Sciences,
2016, 128, 599-612. 0.7 5

5979
A Molecular Dynamics View on Hydrophilic Interaction Chromatography with Polar-Bonded Phases:
Properties of the Water-Rich Layer at a Silica Surface Modified with Diol-Functionalized Alkyl Chains.
Journal of Physical Chemistry C, 2016, 120, 13126-13138.

1.5 19

5980 Atomistic Modeling and Simulation for Solving Gas Extraction Problems. Molecular Modeling and
Simulation, 2016, , 137-151. 0.2 3

5981 Statistical Thermodynamics for Actin-Myosin Binding: The Crucial Importance of Hydration Effects.
Biophysical Journal, 2016, 110, 2496-2506. 0.2 14

5982 Structural properties of geminal dicationic ionic liquid/water mixtures: a theoretical and
experimental insight. Physical Chemistry Chemical Physics, 2016, 18, 16544-16554. 1.3 48



325

Citation Report

# Article IF Citations

5983
Investigation of charge inversion in silicon nanochannels with molecular dynamics simulation.
Proceedings of the Institution of Mechanical Engineers, Part N: Journal of Nanomaterials,
Nanoengineering and Nanosystems, 2016, 230, 51-54.

0.5 3

5984 A microscopic characterization of wettability in shale kerogen with varying maturity levels. Journal
of Natural Gas Science and Engineering, 2016, 33, 1078-1086. 2.1 91

5985 Proteinâ€“Mineral Interactions: Molecular Dynamics Simulations Capture Importance of Variations in
Mineral Surface Composition and Structure. Langmuir, 2016, 32, 6194-6209. 1.6 31

5986 Synergy between NMR measurements and MD simulations of protein/RNA complexes: application to the
RRMs, the most common RNA recognition motifs. Nucleic Acids Research, 2016, 44, 6452-6470. 6.5 48

5987 Improved Bitumen Recovery from Mined Oil Sand Ore Using Colloidal Nanosilica. , 2016, , . 2

5988 Molecular dynamics simulation of the hydration structure and hydrogen bonding behavior of phenol
in aqueous solution. Journal of Molecular Liquids, 2016, 221, 942-948. 2.3 26

5989 The behaviour of water and sodium chloride solution confined into asbestos nanotube. Molecular
Physics, 2016, 114, 2279-2288. 0.8 3

5990 Why are some cyano-based ionic liquids better glucose solvents than water?. Physical Chemistry
Chemical Physics, 2016, 18, 18958-18970. 1.3 13

5991 Methane hydrate: shifting the coexistence temperature to higher temperatures with an external
electric field. Molecular Simulation, 2016, 42, 1014-1023. 0.9 14

5992 Molecular and crystal structure of praziquantel. Spectroscopic properties and crystal
polymorphism. European Journal of Pharmaceutical Sciences, 2016, 92, 266-275. 1.9 35

5993 Composition and temperature dependence of the dielectric constant of 1-propanol/water mixtures:
Experiment and molecular dynamics simulations. Journal of Molecular Liquids, 2016, 219, 354-358. 2.3 18

5994 Molecular simulation of the effects of humidity and of interfacial Si- and B-hydroxyls on the
adhesion energy between glass plates. Journal of Colloid and Interface Science, 2016, 465, 233-241. 5.0 3

5995 A GROMOS-Compatible Force Field for Small Organic Molecules in the Condensed Phase: The 2016H66
Parameter Set. Journal of Chemical Theory and Computation, 2016, 12, 3825-3850. 2.3 118

5996 Foundations of Molecular Modeling and Simulation. Molecular Modeling and Simulation, 2016, , . 0.2 0

5997 Modeling the transport of water and ionic tracers in a micrometric clay sample. Applied Clay Science,
2016, 123, 18-28. 2.6 14

5998 Interfacial water thickness at inorganic nanoconstructs and biomolecules: Size matters. Physics
Letters, Section A: General, Atomic and Solid State Physics, 2016, 380, 1735-1740. 0.9 21

5999 Heat transfer of nanofluidics in hydrophilic pores: Insights from molecular dynamics simulations.
Chinese Journal of Chemical Engineering, 2016, 24, 1117-1121. 1.7 4

6000 Molecular dynamics simulations data of the twenty encoded amino acids in different force fields.
Data in Brief, 2016, 7, 582-590. 0.5 17



326

Citation Report

# Article IF Citations

6001 A Weeksâ€“Chandlerâ€“Andersen based potential fitting procedure for molecular dynamics simulations
of the calciteâ€“water interface. Fluid Phase Equilibria, 2016, 418, 62-73. 1.4 0

6002 Theoretical analysis of complex formation of p-carboxybenzeneboronic acid with a monosaccharide.
Journal of Molecular Liquids, 2016, 217, 93-98. 2.3 9

6003 Interfacial properties of 1-ethyl-3-methylimidazolium glycinate ionic liquid regarding CO2, SO2 and
water from molecular dynamics. Journal of Molecular Liquids, 2016, 220, 910-917. 2.3 8

6004 Structural Mechanisms of Voltage Sensing in GÂ Protein-Coupled Receptors. Structure, 2016, 24,
997-1007. 1.6 48

6005 Probing water with X-ray lasers. Advances in Physics: X, 2016, 1, 226-245. 1.5 8

6006 Local Excitation Approximations to Time-Dependent Density Functional Theory for Excitation Energies
in Solution. Journal of Chemical Theory and Computation, 2016, 12, 157-166. 2.3 19

6007 Water-like Anomalies and Phase Behavior of a Pair Potential that Stabilizes Diamond. Journal of
Physical Chemistry B, 2016, 120, 1649-1659. 1.2 10

6008
Comparative Molecular Dynamics Study on Tri-<i>n</i>-butyl Phosphate in Organic and Aqueous
Environments and Its Relevance to Nuclear Extraction Processes. Journal of Physical Chemistry B,
2016, 120, 5183-5193.

1.2 28

6009 High-Performance Modeling of Carbon Dioxide Sequestration by Coupling Reservoir Simulation and
Molecular Dynamics. SPE Journal, 2016, 21, 0853-0863. 1.7 6

6010 Unraveling the Sc<sup>3+</sup> Hydration Geometry: The Strange Case of the Far-Coordinated Water
Molecule. Inorganic Chemistry, 2016, 55, 6703-6711. 1.9 30

6011
High-Order Ca(II)â€“Chloro Complexes in Mixed CaCl<sub>2</sub>â€“LiCl Aqueous Solution: Insights
from Density Functional Theory and Molecular Dynamics Simulations. Journal of Physical Chemistry
A, 2016, 120, 5635-5648.

1.1 10

6012 Assessing the Current State of Amber Force Field Modifications for DNA. Journal of Chemical Theory
and Computation, 2016, 12, 4114-4127. 2.3 351

6013 A highly efficient hybrid method for calculating the hydration free energy of a protein. Journal of
Computational Chemistry, 2016, 37, 712-723. 1.5 6

6014 Reaction kinetics and solubility in water-organic binary solutions are governed by similar solvation
equilibria. Journal of Physical Organic Chemistry, 2016, 29, 118-126. 0.9 5

6015 Structural Elements in the GÎ±s and GÎ±q C Termini That Mediate Selective G Protein-coupled Receptor
(GPCR) Signaling. Journal of Biological Chemistry, 2016, 291, 17929-17940. 1.6 38

6016 Surfactant Binding to Polymerâ€“Water Interfaces in Atomistic Simulations. Langmuir, 2016, 32,
7519-7529. 1.6 12

6017 Introducing DDEC6 atomic population analysis: part 2. Computed results for a wide range of periodic
and nonperiodic materials. RSC Advances, 2016, 6, 45727-45747. 1.7 351

6018 Assessing Spectral Simulation Protocols for the Amide I Band of Proteins. Journal of Chemical Theory
and Computation, 2016, 12, 3982-3992. 2.3 32



327

Citation Report

# Article IF Citations

6019 Toward high-throughput predictions of the hydration free energies of small organic molecules from
first principles. Fluid Phase Equilibria, 2016, 407, 304-313. 1.4 11

6020 Osmotic pressure of aqueous electrolyte solutions via molecular simulations of chemical potentials:
Application to NaCl. Fluid Phase Equilibria, 2016, 407, 76-83. 1.4 24

6021 Monte Carlo simulations of H2Oâ€“CaCl2 and H2Oâ€“CaCl2â€“CO2 mixtures. Fluid Phase Equilibria, 2016,
407, 262-268. 1.4 15

6022 Enhancing graphene capacitance by nitrogen: effects of doping configuration and concentration.
Physical Chemistry Chemical Physics, 2016, 18, 4668-4674. 1.3 110

6023 Molecular Dynamics Simulation of the Oil Detachment Process within Silica Nanopores. Journal of
Physical Chemistry C, 2016, 120, 2667-2674. 1.5 55

6024 Conservative Secondary Shell Substitution In Cyclooxygenase-2 Reduces Inhibition by Indomethacin
Amides and Esters via Altered Enzyme Dynamics. Biochemistry, 2016, 55, 348-359. 1.2 6

6025 Vibrational Quantum Decoherence in Liquid Water. Journal of Physical Chemistry Letters, 2016, 7,
616-621. 2.1 17

6026 Temperature Dependence of the Pairwise Association of Hard Spheres in Water. Journal of the Physical
Society of Japan, 2016, 85, 024801. 0.7 7

6027 Molecular Theory and the Effects of Solute Attractive Forces on Hydrophobic Interactions. Journal
of Physical Chemistry B, 2016, 120, 1864-1870. 1.2 25

6028 Hydration Free Energies of Molecular Ions from Theory and Simulation. Journal of Physical Chemistry
B, 2016, 120, 975-983. 1.2 63

6029 Room temperature ionic liquids interacting with bio-molecules: an overview of experimental and
computational studies. Philosophical Magazine, 2016, 96, 870-894. 0.7 38

6030 Dependence of the Rate of LiF Ion-Pairing on the Description of Molecular Interaction. Journal of
Physical Chemistry B, 2016, 120, 1749-1758. 1.2 13

6031 Atomistic Molecular Dynamics Simulations of Charged Latex Particle Surfaces in Aqueous Solution.
Langmuir, 2016, 32, 428-441. 1.6 23

6032 Dielectric depolarisation and concerted collective dynamics in AOT reverse micelles with and
without ubiquitin. Physical Chemistry Chemical Physics, 2016, 18, 3606-3617. 1.3 17

6033
In Silico Characterization of the Binding Affinity of Dendrimers to Penicillin-Binding Proteins (PBPs):
Can PBPs be Potential Targets for Antibacterial Dendrimers?. Applied Biochemistry and Biotechnology,
2016, 178, 1546-1566.

1.4 2

6034 Ion adsorption and diffusion in smectite: Molecular, pore, and continuum scale views. Geochimica Et
Cosmochimica Acta, 2016, 177, 130-149. 1.6 97

6035 Three-Dimensional Graphene-Based Microbarriers for Controlling Release and Reactivity in Colloidal
Liquid Phases. ACS Nano, 2016, 10, 2268-2276. 7.3 26

6036 An integrated molecular modeling approach for <i>in silico</i> design of new tetracyclic derivatives
as ALK inhibitors. Journal of Receptor and Signal Transduction Research, 2016, 36, 488-504. 1.3 10



328

Citation Report

# Article IF Citations

6037 Atomic scale insights into ureaâ€“peptide interactions in solution. Physical Chemistry Chemical Physics,
2016, 18, 3862-3870. 1.3 23

6038 Molecular Dynamics Methodology for the Evaluation of the Chemical Alteration of Wettability with
Organosilanes. Energy &amp; Fuels, 2016, 30, 3605-3614. 2.5 31

6039 Principal Component Analysis of Lipid Molecule Conformational Changes in Molecular Dynamics
Simulations. Journal of Chemical Theory and Computation, 2016, 12, 1019-1028. 2.3 26

6040 Molecular simulations of supercritical fluid systems. Journal of Supercritical Fluids, 2016, 108,
104-122. 1.6 56

6041 Parmbsc1: a refined force field for DNA simulations. Nature Methods, 2016, 13, 55-58. 9.0 790

6042 Dynamic conformational ensembles regulate casein kinase-1 isoforms: Insights from molecular
dynamics and molecular docking studies. Computational Biology and Chemistry, 2016, 61, 39-46. 1.1 1

6043 Experimental and molecular dynamics study on anion diffusion in organically modified bentonite.
Applied Clay Science, 2016, 120, 91-100. 2.6 22

6044

On the adsorption and hydrodynamics behavior of H 2 S and CO 2 molecules in organic liquids inside
nanoslit pores in vicinity of calcite<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
altimg="si1.gif"
overflow="scroll"><mml:mrow><mml:mo>{</mml:mo><mml:mn>10</mml:mn><mml:mrow><mml:mover
accent="true"><mml:mn>1</mml:mn><mml:mo>Â¯</mml:mo></mml:mover></mml:mrow><mml:mn>4</mml:mn><mml:mo>}</mml:mo></mml:mrow></mml:math>surface.
Journal of Natural Gas Science and Engineering, 2016, 28, 106-120.

2.1 9

6045 Wall embedded electrodes to modify electroosmotic flow in silica nanoslits. Physical Chemistry
Chemical Physics, 2016, 18, 1202-1211. 1.3 9

6046 Molecular dynamics simulations of K+â€“Clâˆ’ ion pair in polar mixtures of acetone and water:
Preferential solvation and structural studies. Journal of Molecular Liquids, 2016, 213, 276-288. 2.3 2

6047 Spatial Decomposition of Translational Waterâ€“Water Correlation Entropy in Binding Pockets.
Journal of Chemical Theory and Computation, 2016, 12, 414-429. 2.3 34

6048 Dynamics and recognition within a proteinâ€“DNA complex: a molecular dynamics study of the
SKN-1/DNA interaction. Nucleic Acids Research, 2016, 44, 1440-1448. 6.5 53

6049 Molecular dynamics study of wetting behavior of grafted thermo-responsive PNIPAAm brushes. Soft
Matter, 2016, 12, 3093-3102. 1.2 18

6050 Understanding the Thermodynamics of Hydrogen Bonding in Alcohol-Containing Mixtures:
Cross-Association. Journal of Physical Chemistry B, 2016, 120, 3388-3402. 1.2 46

6051 A dynamical approach to non-adiabatic electron transfers at the bio-inorganic interface. Physical
Chemistry Chemical Physics, 2016, 18, 10538-10549. 1.3 11

6052 Structural anomaly of core-softened fluid confined in single walled carbon nanotube: a molecular
dynamics simulation investigation. Molecular Physics, 2016, 114, 1771-1777. 0.8 5

6053 Impact protection behavior of a mordenite zeolite system. European Physical Journal: Special Topics,
2016, 225, 363-373. 1.2 3

6054 Heterogeneous character of supercritical water at 400 Â°C and different densities unveiled by
simulation. RSC Advances, 2016, 6, 30484-30487. 1.7 12



329

Citation Report

# Article IF Citations

6055
Speciation and thermodynamic properties of zinc in sulfur-rich hydrothermal fluids: Insights from ab
initio molecular dynamics simulations and X-ray absorption spectroscopy. Geochimica Et
Cosmochimica Acta, 2016, 179, 32-52.

1.6 27

6056 Electro-coalescence of two charged droplets under constant and pulsed DC electric fields.
International Journal of Heat and Mass Transfer, 2016, 98, 10-16. 2.5 42

6057 Docking and molecular dynamics simulation study of EGFR1 with EGF-like peptides to understand
molecular interactions. Molecular BioSystems, 2016, 12, 1987-1995. 2.9 11

6058 Direct Phase Equilibrium Simulations of NIPAM Oligomers in Water. Journal of Physical Chemistry B,
2016, 120, 3434-3440. 1.2 42

6059 To keep or not to keep? the question of crystallographic waters for enzyme simulations in organic
solvent. Molecular Simulation, 2016, 42, 1001-1013. 0.9 13

6060 Can We Describe Graphene Confined Water Structures as Overlapping of Approaching
Grapheneâ€“Water Interfacial Structures?. Journal of Physical Chemistry C, 2016, 120, 7553-7561. 1.5 9

6061 GROMOS polarisable model for acetone. Molecular Physics, 2016, 114, 845-854. 0.8 7

6062 Revisiting the Thermodynamics of Water Surfaces and the Effects of Surfactant Head Group. Journal
of Physical Chemistry B, 2016, 120, 2257-2261. 1.2 21

6063 Molecular Dynamics Simulations of Small Clusters and Liquid Hydrogen Sulfide at Different
Thermodynamic Conditions. Journal of Physical Chemistry A, 2016, 120, 4749-4757. 1.1 11

6064 How Ion Condensation Occurs at a Charged Surface: A Molecular Dynamics Investigation of the Stern
Layer for Waterâ€“Silica Interfaces. Journal of Physical Chemistry C, 2016, 120, 963-973. 1.5 47

6065 â€œThought experimentsâ€• as dry-runs for â€œtough experimentsâ€•: novel approaches to the hydration
behavior of oxyanions. Pure and Applied Chemistry, 2016, 88, 163-176. 0.9 6

6066 Interface-Induced Affinity Sieving in Nanoporous Graphenes for Liquid-Phase Mixtures. Journal of
Physical Chemistry C, 2016, 120, 4053-4060. 1.5 27

6067 Sodium and Potassium Interactions with Nucleic Acids. Metal Ions in Life Sciences, 2016, 16, 167-201. 2.8 35

6068 Shedding light on the hydrophobicity puzzle. Pure and Applied Chemistry, 2016, 88, 177-188. 0.9 24

6069 Contact angle of soil minerals: A molecular dynamics study. Computers and Geotechnics, 2016, 75,
48-56. 2.3 45

6070
Reaction Mechanism for Direct Proton Transfer from Carbonic Acid to a Strong Base in Aqueous
Solution II: Solvent Coordinate-Dependent Reaction Path. Journal of Physical Chemistry B, 2016, 120,
2281-2290.

1.2 12

6071
Interactions of water with the nonionic surfactant polyoxyethylene glycol alkyl ethers studied by
phase-sensitive sum frequency generation and molecular dynamics simulation. Surface Science, 2016,
648, 366-370.

0.8 9

6072 Liquidâ€“liquid extraction of alkali cations by 18-crown-6: complexation and interface crossing studied
by MD and PMF simulations. New Journal of Chemistry, 2016, 40, 2102-2114. 1.4 6



330

Citation Report

# Article IF Citations

6073 Stress testing the ELBA water model. Molecular Simulation, 2016, 42, 337-346. 0.9 19

6074 Effect of pressure on the structure and dynamics of hydrogen bonds in ethylene glycolâ€“water
mixtures: Numerical simulation data. Russian Journal of Physical Chemistry A, 2016, 90, 560-566. 0.1 3

6075
A multi-level quantum mechanics and molecular mechanics study of S<sub>N</sub>2 reaction at
nitrogen: NH<sub>2</sub>Cl + OH<sup>âˆ’</sup>in aqueous solution. Physical Chemistry Chemical
Physics, 2016, 18, 6146-6152.

1.3 11

6076
Unraveling the molecular effects of mutation L270P on Wiskkotâ€“Aldrich syndrome protein: insights
from molecular dynamics approach. Journal of Biomolecular Structure and Dynamics, 2016, 34,
2011-2022.

2.0 4

6077 Atomistic Simulation of Oligoelectrolyte Multilayers Growth. , 2016, , 215-228. 1

6078 Unveiling Microscopic Structures of Charged Water Interfaces by Surface-Specific Vibrational
Spectroscopy. Physical Review Letters, 2016, 116, 016101. 2.9 244

6079 Dielectric properties of SPC/E and TIP4P under the static electric field and microwave field. Physica A:
Statistical Mechanics and Its Applications, 2016, 449, 348-356. 1.2 10

6080 Influences of ambient temperature, surface fluctuation and charge density on wettability properties
of graphene film. Nanotechnology, 2016, 27, 075707. 1.3 6

6081 A molecular simulation study of chemical degradation and mechanical deformation of hydrated
Nafion membranes. Applied Surface Science, 2016, 362, 441-447. 3.1 20

6082 Structure of Rigid Polymers Confined to Nanoparticles: Molecular Dynamics Simulations Insight.
Langmuir, 2016, 32, 2102-2109. 1.6 9

6083
Validation of Capillarity Theory at the Nanometer Scale by Atomistic Computer Simulations of Water
Droplets and Bridges in Contact with Hydrophobic and Hydrophilic Surfaces. Journal of Physical
Chemistry C, 2016, 120, 1597-1608.

1.5 24

6084 The dielectric properties of LiOH aqueous solution under external electromagnetic fields by
molecular dynamics simulation. Journal of Molecular Liquids, 2016, 216, 747-753. 2.3 1

6085 Freezing Transitions of Nanoconfined Coarse-Grained Water Show Subtle Dependence on Confining
Environment. Journal of Physical Chemistry B, 2016, 120, 2517-2525. 1.2 3

6086 Factors governing the behaviour of aqueous methane in narrow pores. Philosophical Transactions
Series A, Mathematical, Physical, and Engineering Sciences, 2016, 374, 20150019. 1.6 20

6087 Molecular Dynamics Simulations of Specific Anion Adsorption on Sulfobetaine (SB3-14) Micelles.
Journal of Physical Chemistry B, 2016, 120, 2771-2780. 1.2 22

6088
Reaction Mechanism for Direct Proton Transfer from Carbonic Acid to a Strong Base in Aqueous
Solution I: Acid and Base Coordinate and Charge Dynamics. Journal of Physical Chemistry B, 2016, 120,
2271-2280.

1.2 24

6089 The role of solvent in the self-assembly of m-aminobenzoic acid: a density functional theory and
molecular dynamics study. CrystEngComm, 2016, 18, 2937-2948. 1.3 25

6090 Molecular dynamics study of water over Pt/TiO2 Surfaces. Materials Today: Proceedings, 2016, 3,
513-517. 0.9 2



331

Citation Report

# Article IF Citations

6091 Two Dimensional Ice from First Principles: Structures and Phase Transitions. Physical Review Letters,
2016, 116, 025501. 2.9 167

6092
Derivation of Reliable Geometries in QM Calculations of DNA Structures: Explicit Solvent QM/MM and
Restrained Implicit Solvent QM Optimizations of G-Quadruplexes. Journal of Chemical Theory and
Computation, 2016, 12, 2000-2016.

2.3 22

6093 Partial molar volume of nonionic surfactants in aqueous solution studied by the KB/3D-RISMâ€“KH
theory. Journal of Molecular Liquids, 2016, 217, 103-111. 2.3 1

6094 Dynamics of Polydots: Soft Luminescent Polymeric Nanoparticles. Macromolecules, 2016, 49, 2399-2407. 2.2 6

6095 Pair correlations that link the hydrophobic and Hofmeister effects. Physical Chemistry Chemical
Physics, 2016, 18, 14949-14959. 1.3 5

6096
A hierarchical Bayesian framework for force field selection in molecular dynamics simulations.
Philosophical Transactions Series A, Mathematical, Physical, and Engineering Sciences, 2016, 374,
20150032.

1.6 32

6097 Adsorption of phenol molecules by sodium dodecyl sulfate (SDS) surfactants deposited on solid
surfaces: A computer simulation study. Journal of Molecular Graphics and Modelling, 2016, 65, 108-112. 1.3 19

6098
Using Molecular Simulations To Develop Reliable Design Tools and Correlations for Engineering
Applications of Aqueous Electrolyte Solutions. Journal of Chemical &amp; Engineering Data, 2016, 61,
1578-1584.

1.0 7

6099 Wetting behaviour of a translating sessile nanodrop under electrostatic actuation. RSC Advances,
2016, 6, 9796-9802. 1.7 8

6100 Necessity of capillary modes in a minimal model of nanoscale hydrophobic solvation. Proceedings of
the National Academy of Sciences of the United States of America, 2016, 113, E2224-30. 3.3 30

6101 Guanidinium Pairing Facilitates Membrane Translocation. Journal of Physical Chemistry B, 2016, 120,
143-153. 1.2 22

6102 Investigation of the effects of graphene and graphene oxide nanoplatelets on the micro- and
macro-properties of cementitious materials. Construction and Building Materials, 2016, 106, 102-114. 3.2 203

6103 Catalytic Mechanism of the Maltose Transporter Hydrolyzing ATP. Biochemistry, 2016, 55, 224-231. 1.2 16

6104 Challenges in modelling nanoparticles for drug delivery. Journal of Physics Condensed Matter, 2016,
28, 023002. 0.7 14

6105 Effect of glycine betaine on the hydrophobic interactions in the presence of denaturant: A molecular
dynamics study. Journal of Molecular Liquids, 2016, 215, 104-109. 2.3 11

6106 Electrokinetic transport of monovalent and divalent cations in silica nanochannels. Microfluidics
and Nanofluidics, 2016, 20, 1. 1.0 27

6107 Anisotropic structure and dynamics of the solvation shell of a benzene solute in liquid water from
ab initio molecular dynamics simulations. Physical Chemistry Chemical Physics, 2016, 18, 6132-6145. 1.3 20

6108 Synthesis, biological studies and molecular dynamics of new anticancer RGD-based peptide conjugates
for targeted drug delivery. Bioorganic and Medicinal Chemistry, 2016, 24, 294-303. 1.4 48



332

Citation Report

# Article IF Citations

6109
Mechanism of Hydrotropic Action of Hydrotrope Sodium Cumene Sulfonate on the Solubility of
Di-t-Butyl-Methane: A Molecular Dynamics Simulation Study. Journal of Physical Chemistry B, 2016, 120,
173-183.

1.2 36

6110 Adsorbed water on iron surface by molecular dynamics. Applied Surface Science, 2016, 362, 70-78. 3.1 14

6111 Impact of the Condensed-Phase Environment on the Translationâ€“Rotation Eigenstates and Spectra of a
Hydrogen Molecule in Clathrate Hydrates. Journal of Physical Chemistry Letters, 2016, 7, 308-313. 2.1 18

6112 Thermalized Drude Oscillators with the LAMMPS Molecular Dynamics Simulator. Journal of Chemical
Information and Modeling, 2016, 56, 260-268. 2.5 73

6113 Fast water channeling across carbon nanotubes in far infrared terahertz electric fields. Nanoscale,
2016, 8, 1886-1891. 2.8 30

6114 Computer modelling of the surface tension of the gasâ€“liquid and liquidâ€“liquid interface. Chemical
Society Reviews, 2016, 45, 1387-1409. 18.7 167

6115 Coarse-Grained Model for Water Involving a Virtual Site. Journal of Physical Chemistry B, 2016, 120,
733-739. 1.2 19

6116 Computational study of polymorphic structures of Î±- and Î²- chitin and chitosan in aqueous solution.
Journal of Molecular Graphics and Modelling, 2016, 63, 78-84. 1.3 29

6117 Efficient transport of droplet sandwiched between saw-tooth plates. Journal of Colloid and Interface
Science, 2016, 462, 280-287. 5.0 17

6118 Investigations on thermal-transfer characteristics of water based on stimulated Brillouin scattering.
Optics Communications, 2016, 363, 21-25. 1.0 9

6119 Thermodynamic Stability of Ice II and Its Hydrogen-Disordered Counterpart: Role of Zero-Point Energy.
Journal of Physical Chemistry B, 2016, 120, 1843-1848. 1.2 18

6120 Insights into structural and dynamical features of water at halloysite interfaces probed by DFT and
classical molecular dynamics simulations. Physical Chemistry Chemical Physics, 2016, 18, 2164-2174. 1.3 37

6121 On the atomic structure of cocaine in solution. Physical Chemistry Chemical Physics, 2016, 18, 991-999. 1.3 23

6122 Efficient tuning of potential parameters for liquidâ€“solid interactions. Molecular Simulation, 2016, 42,
910-915. 0.9 28

6123 OPLS3: A Force Field Providing Broad Coverage of Drug-like Small Molecules and Proteins. Journal of
Chemical Theory and Computation, 2016, 12, 281-296. 2.3 2,349

6124 Comparative study of structural models of Leishmania donovani and human GDP-mannose
pyrophosphorylases. European Journal of Medicinal Chemistry, 2016, 107, 109-118. 2.6 12

6125 Molecular modeling, mutational analysis and conformational switching in IL27: An in silico
structural insight towards AIDS research. Gene, 2016, 576, 72-78. 1.0 11

6126 Unveiling the peculiar hydrogen bonding behavior of solvated N-heterocyclic carbenes. Physical
Chemistry Chemical Physics, 2016, 18, 126-140. 1.3 36



333

Citation Report

# Article IF Citations

6127 Molecular Dynamics Study ofN-Dodecyl-N,N-Dimethyl-3-Ammonio-1-Propanesulfonate Mono-Layer
Adsorbed at the Air/Water Interface. Journal of Dispersion Science and Technology, 2016, 37, 1067-1075. 1.3 9

6128 SAFT- Î³ force field for the simulation of molecular fluids 6: Binary and ternary mixtures comprising
water, carbon dioxide, and n -alkanes. Journal of Chemical Thermodynamics, 2016, 93, 320-336. 1.0 71

6129 Force-field dependence on the liquid-expanded to liquid-condensed transition in DPPC monolayers.
Molecular Simulation, 2016, 42, 391-397. 0.9 5

6130

Thermodynamic and dynamic anomalous behavior in the TIP4P/<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" altimg="si19.gif" display="inline"
overflow="scroll"><mml:mi>Îµ</mml:mi></mml:math> water model. Physica A: Statistical Mechanics and
Its Applications, 2016, 444, 86-94.

1.2 23

6131 A new view on surface diffusion from molecular dynamics simulations of solute mobility at
chromatographic interfaces. Fluid Phase Equilibria, 2016, 407, 177-187. 1.4 38

6132 Density of ethanolic alkali halide salt solutions by experiment and molecular simulation. Fluid Phase
Equilibria, 2016, 408, 141-150. 1.4 5

6133 Application of kinetic Monte Carlo method to the vapourâ€“liquid equilibria of associating fluids and
their mixtures. Molecular Simulation, 2016, 42, 642-654. 0.9 22

6134 Accounting for Electronic Polarization Effects in Aqueous Sodium Chloride via Molecular Dynamics
Aided by Neutron Scattering. Journal of Physical Chemistry B, 2016, 120, 1454-1460. 1.2 102

6135 Atomistic water models: Aqueous thermodynamic properties from ambient to supercritical
conditions. Fluid Phase Equilibria, 2016, 407, 7-30. 1.4 62

6136 Molecular dynamics simulations for the prediction of the dielectric spectra of alcohols, glycols and
monoethanolamine. Molecular Simulation, 2016, 42, 370-390. 0.9 28

6137 Single-ion hydration thermodynamics from clusters to bulk solutions: Recent insights from
molecular modeling. Fluid Phase Equilibria, 2016, 407, 58-75. 1.4 32

6138
Density and isothermal compressibility of supercritical H<sub>2</sub>Oâ€“NaCl fluid: molecular
dynamics study from 673 to 2000Â K, 0.2 to 2 <scp>GP</scp>a, and 0 to 22Â wt% NaCl concentrations.
Geofluids, 2016, 16, 89-102.

0.3 19

6139
Binding mode exploration of LuxR-thiazolidinedione analogues, e-pharmacophore-based virtual
screening in the designing of LuxR inhibitors and its biological evaluation. Journal of Biomolecular
Structure and Dynamics, 2017, 35, 897-916.

2.0 18

6140 Effects of trimethylamine-N-oxide (TMAO) on aqueous N-methylacetamide solution: A comparison of
different force fields of TMAO. Journal of Molecular Liquids, 2017, 225, 926-935. 2.3 13

6141 Critical effects on binding of epidermal growth factor produced by amino acid substitutions. Journal
of Biomolecular Structure and Dynamics, 2017, 35, 1085-1101. 2.0 6

6142
Role of sequence evolution and conformational dynamics in the substrate specificity and
oligomerization mode of thymidylate kinases. Journal of Biomolecular Structure and Dynamics, 2017,
35, 2136-2154.

2.0 1

6143 Molecular dynamics simulations of ternary lipid bilayers containing plant sterol and
glucosylceramide. Chemistry and Physics of Lipids, 2017, 203, 24-32. 1.5 13

6144 Interfacial Structure Analysis for the Morphology Prediction of Adipic Acid Crystals from Aqueous
Solution. Crystal Growth and Design, 2017, 17, 1088-1095. 1.4 6



334

Citation Report

# Article IF Citations

6145 Solvation Dynamics in Liquid Water. III. Energy Fluxes and Structural Changes. Journal of Physical
Chemistry B, 2017, 121, 1377-1385. 1.2 14

6146 Molecular Dynamics Study of Water Flow across Multiple Layers of Pristine, Oxidized, and Mixed
Regions of Graphene Oxide. ACS Nano, 2017, 11, 2187-2193. 7.3 92

6147 TMAO and urea in the hydration shell of the protein SNase. Physical Chemistry Chemical Physics, 2017,
19, 6345-6357. 1.3 46

6148 Storage of H<sub>2</sub> in Clathrate Hydrates: Evaluation of Different Force-Fields used in Monte
Carlo Simulations. Molecular Physics, 2017, 115, 1274-1285. 0.8 16

6149 The presence of nonâ€•native helical structure in the unfolding of a betaâ€•sheet protein MPT63. Protein
Science, 2017, 26, 536-549. 3.1 11

6150 Phase Equilibria of Water/CO<sub>2</sub> and Water/<i>n</i>-Alkane Mixtures from Polarizable
Models. Journal of Physical Chemistry B, 2017, 121, 1386-1395. 1.2 26

6151 Selective solute adsorption and partitioning around single PNIPAM chains. Physical Chemistry
Chemical Physics, 2017, 19, 5906-5916. 1.3 32

6152 Modeling the polymorphic transformations in amorphous solid ice. Journal of Alloys and Compounds,
2017, 707, 108-113. 2.8 5

6153 Water-formamide mixtures: Topology of the hydrogen-bonded network. Journal of Molecular Liquids,
2017, 228, 25-31. 2.3 20

6154 Protein-ion Interactions: Simulations of Bovine Serum Albumin in Physiological Solutions of NaCl,
KCl and LiCl. Israel Journal of Chemistry, 2017, 57, 403-412. 1.0 16

6155 Theoretical modeling of the absorption spectrum of aqueous riboflavin. Chemical Physics Letters,
2017, 669, 119-124. 1.2 37

6156 Ginzburg-Landau free energy for molecular fluids: Determination and coarse-graining. Chemical
Physics Letters, 2017, 669, 218-223. 1.2 1

6157
Influence of BII Backbone Substates on DNA Twist: A Unified View and Comparison of Simulation and
Experiment for All 136 Distinct Tetranucleotide Sequences. Journal of Chemical Information and
Modeling, 2017, 57, 275-287.

2.5 31

6158 Predictive coarse-graining. Journal of Computational Physics, 2017, 333, 49-77. 1.9 29

6159 Dynamic disorder can explain non-exponential kinetics of fast protein mechanical unfolding. Journal
of Structural Biology, 2017, 197, 43-49. 1.3 10

6160 Molecular Dynamics Simulations Illuminate the Role of Counterion Condensation in the
Electrophoretic Transport of Homogalacturonans. Biomacromolecules, 2017, 18, 505-516. 2.6 13

6161 Three-dimensional Morphology and X-ray Scattering Structure of Aqueous tert-Butanol Mixtures: A
Molecular Dynamics Study. Journal of Chemical Sciences, 2017, 129, 103-116. 0.7 8

6162
Direct Measurement of the Effect of Cholesterol and 6-Ketocholestanol on the Membrane Dipole
Electric Field Using Vibrational Stark Effect Spectroscopy Coupled with Molecular Dynamics
Simulations. Journal of Physical Chemistry B, 2017, 121, 3424-3436.

1.2 15



335

Citation Report

# Article IF Citations

6163
Bonding trends across the series of tricarbonato-actinyl anions
[(AnO<sub>2</sub>)(CO<sub>3</sub>)<sub>3</sub>]<sup>4âˆ’</sup> (An = Uâ€“Cm): the plutonium turn.
Dalton Transactions, 2017, 46, 2542-2550.

1.6 34

6164 The Catalytic Effect of Fluoroalcohol Mixtures Depends on Domain Formation. ACS Catalysis, 2017, 7,
1846-1852. 5.5 98

6165 Reaction Path Averaging: Characterizing the Structural Response of the DNA Double Helix to Electron
Transfer. Journal of Physical Chemistry B, 2017, 121, 1520-1532. 1.2 1

6166 Slip divergence of water flow in graphene nanochannels: the role of chirality. Physical Chemistry
Chemical Physics, 2017, 19, 8646-8652. 1.3 43

6167 Structures, Energetics, and Spectroscopic Fingerprints of Water Clusters n = 2â€“24. , 2017, , 1139-1173. 6

6168 Toward accurately modeling N-methylated cyclic peptides. Physical Chemistry Chemical Physics, 2017,
19, 5377-5388. 1.3 19

6169 Can molecular dynamics help in understanding dielectric phenomena?. Measurement Science and
Technology, 2017, 28, 014003. 1.4 8

6170 Effect of Interlayer Spacing on the Activity of Layered Manganese Oxide Bilayer Catalysts for the
Oxygen Evolution Reaction. Journal of the American Chemical Society, 2017, 139, 1863-1870. 6.6 144

6171
Role of base arrangements and intermolecular hydrogen bonding in charge-transfer states of
thymine-adenine dinucleotide in aqueous solution. Journal of Photochemistry and Photobiology A:
Chemistry, 2017, 337, 1-5.

2.0 6

6172 The effect of electrostatic boundaries in molecular simulations: symmetry matters. Physical
Chemistry Chemical Physics, 2017, 19, 4861-4876. 1.3 18

6173
Assessment and Optimization of Configurational-Bias Monte Carlo Particle Swap Strategies for
Simulations of Water in the Gibbs Ensemble. Journal of Chemical Theory and Computation, 2017, 13,
431-440.

2.3 23

6174 Methane Adsorption on Carbon Models of the Organic Matter of Organic-Rich Shales. Energy &amp;
Fuels, 2017, 31, 1489-1501. 2.5 50

6175 Effects of stereochemistry and copolymerization on the LCST of PNIPAm. Journal of Chemical Physics,
2017, 146, 034904. 1.2 98

6176 Computational analysis of the solvation of coffee ingredients in aqueous ionic liquid mixtures. RSC
Advances, 2017, 7, 3495-3504. 1.7 18

6177 Surfactant molecules to promote removal of cadmium ions from solid surfaces: A complementary
experimental-simulational study. Chemical Physics, 2017, 485-486, 13-21. 0.9 3

6178
Molecular interactions insights underlying temperature-dependent structure of water molecules on
TiO 2 nanostructured film: A computational study using reactive and non-reactive force fields. Fluid
Phase Equilibria, 2017, 438, 53-66.

1.4 9

6179 Observation of electron-transfer-mediated decay in aqueous solution. Nature Chemistry, 2017, 9,
708-714. 6.6 51

6180 Molecular understanding of pyridinium ionic liquids as absorbents with water as refrigerant for use
in heat pumps. AICHE Journal, 2017, 63, 3523-3531. 1.8 10



336

Citation Report

# Article IF Citations

6181 Molecular Models (Force Fields). Molecular Modeling and Simulation, 2017, , 145-189. 0.2 0

6182 An Ecoâ€•Friendly, Tunable and Scalable Method for Producing Porous Functional Nanomaterials
Designed Using Molecular Interactions. ChemSusChem, 2017, 10, 1683-1691. 3.6 23

6183 New forcefield for water nanodroplet on a graphene surface. Chemical Physics Letters, 2017, 674,
98-102. 1.2 21

6184 Molecular Modeling of Thermodynamic and Transport Properties for CO<sub>2</sub> and Aqueous
Brines. Accounts of Chemical Research, 2017, 50, 751-758. 7.6 26

6185 Temperature dependence of ion diffusion coefficients in NaCl electrolyte confined within graphene
nanochannels. Physical Chemistry Chemical Physics, 2017, 19, 7678-7688. 1.3 52

6186
Trimethylamine <i>N</i> -oxide stabilizes proteins via a distinct mechanism compared with betaine and
glycine. Proceedings of the National Academy of Sciences of the United States of America, 2017, 114,
2479-2484.

3.3 144

6187 Effects of salt or cosolvent addition on solubility of a hydrophobic solute in water: Relevance to
those on thermal stability of a protein. Journal of Chemical Physics, 2017, 146, 055102. 1.2 21

6188 Conformational sampling of metastable states: Tq-REM as a novel replica exchange method. Physical
Chemistry Chemical Physics, 2017, 19, 5454-5464. 1.3 2

6189 Adsorption mechanism of an antimicrobial peptide on carbonaceous surfaces: A molecular dynamics
study. Journal of Chemical Physics, 2017, 146, 074703. 1.2 12

6190 A corresponding-states analysis of the liquid-vapor equilibrium properties of common water models.
Journal of Chemical Physics, 2017, 146, 064505. 1.2 13

6191 Enhancement of boiling heat transfer of thin water film on an electrified solid surface. International
Journal of Heat and Mass Transfer, 2017, 109, 410-416. 2.5 38

6192
Solubility temperature and solvent dependence and preferential solvation of citrus flavonoid
naringin in aqueous DMSO mixtures: an experimental and molecular dynamics simulation study. RSC
Advances, 2017, 7, 14776-14789.

1.7 42

6193 Extension of CAVS coarseâ€•grained model to phospholipid membranes: The importance of electrostatics.
Journal of Computational Chemistry, 2017, 38, 971-980. 1.5 8

6194 Molecular Simulation Study of Montmorillonite in Contact with Variably Wet Supercritical Carbon
Dioxide. Journal of Physical Chemistry C, 2017, 121, 6199-6208. 1.5 43

6195 Size and shape effects on the thermodynamic properties of nanoscale volumes of water. Physical
Chemistry Chemical Physics, 2017, 19, 9016-9027. 1.3 27

6196 Estimating the solubility of 1:1 electrolyte aqueous solutions: the chemical potential difference rule.
Molecular Physics, 2017, 115, 1301-1308. 0.8 21

6197 Water Confined in Mesoporous TiO<sub>2</sub> Aerosols: Insights from NMR Experiments and
Molecular Dynamics Simulations. Journal of Physical Chemistry C, 2017, 121, 7533-7541. 1.5 27

6198
Molecular dynamic simulations study of the effect of salt valency on structure and thermodynamic
solvation behaviour of anionic polyacrylate PAA in aqueous solutions. Molecular Simulation, 2017, 43,
691-705.

0.9 14



337

Citation Report

# Article IF Citations

6199 Microscopic Origin of Hysteresis in Water Sorption on Protein Matrices. Journal of Physical
Chemistry Letters, 2017, 8, 1185-1190. 2.1 3

6200 Photoswitching of Azobenzene-Based Reverse Micelles above and at Subzero Temperatures As Studied
by NMR and Molecular Dynamics Simulations. Langmuir, 2017, 33, 2306-2317. 1.6 10

6201 Ab initio molecular dynamics simulations of liquid water using high quality meta-GGA functionals.
Chemical Science, 2017, 8, 3554-3565. 3.7 95

6202 Maltose-binding protein effectively stabilizes the partially closed conformation of the ATP-binding
cassette transporter MalFGK<sub>2</sub>. Physical Chemistry Chemical Physics, 2017, 19, 9366-9373. 1.3 8

6203 Revisiting the hydration structure of aqueous Na+. Journal of Chemical Physics, 2017, 146, 084504. 1.2 90

6204 Molecular basis of interactions between SH3 domain-containing proteins and the proline-rich region
of the ubiquitin ligase Itch. Journal of Biological Chemistry, 2017, 292, 6325-6338. 1.6 13

6205 Long-Range Dispersion Effects on the Water/Vapor Interface Simulated Using the Most Common
Models. Journal of Physical Chemistry B, 2017, 121, 3798-3803. 1.2 40

6206 Can an ammonium-based room temperature ionic liquid counteract the urea-induced denaturation of a
small peptide?. Physical Chemistry Chemical Physics, 2017, 19, 7772-7787. 1.3 23

6207 Uranyl Peroxide Cage Cluster Solubility in Water and the Role of the Electrical Double Layer.
Inorganic Chemistry, 2017, 56, 1333-1339. 1.9 27

6208 Anomalous Perturbation of the O<sub>2</sub> Sensitivity of Poly(aromatic) Hydrocarbons by
Magnetic Quantum Dots. Journal of Physical Chemistry C, 2017, 121, 4060-4065. 1.5 3

6209 How water mediates the long-range interactions between remote protein molecules. Physical
Chemistry Chemical Physics, 2017, 19, 5441-5448. 1.3 7

6210 Discovery and characterisation of the automethylation properties of PRDM9. Biochemical Journal,
2017, 474, 971-982. 1.7 11

6211 Molecular dynamics study of the swelling patterns of Na/Cs-, Na/Mg-montmorillonites and hydration
of interlayer cations. Molecular Simulation, 2017, 43, 575-589. 0.9 29

6212 A nonmonotonic dependence of the contact angles on the surface polarity for a model solid surface.
Physical Chemistry Chemical Physics, 2017, 19, 6665-6670. 1.3 17

6213 A refined polarizable water model for the coarse-grained MARTINI force field with long-range
electrostatic interactions. Journal of Chemical Physics, 2017, 146, 054501. 1.2 69

6214 Comparative Study of the Collective Dynamics of Proteins and Inorganic Nanoparticles. Scientific
Reports, 2017, 7, 41671. 1.6 12

6215 Transport properties of water molecules confined between hydroxyapaptite surfaces: A Molecular
dynamics simulation approach. Applied Surface Science, 2017, 418, 296-301. 3.1 21

6216
Efficient Conformational Search Based on Structural Dissimilarity Sampling: Applications for
Reproducing Structural Transitions of Proteins. Journal of Chemical Theory and Computation, 2017,
13, 1411-1423.

2.3 26



338

Citation Report

# Article IF Citations

6217 Prediction of the self-diffusion coefficients in aqueous KCl solution using molecular dynamics: A
comparative study of two force fields. Korean Journal of Chemical Engineering, 2017, 34, 977-986. 1.2 2

6218 Langevin-Poisson-EQT: A dipolar solvent based quasi-continuum approach for electric double layers.
Journal of Chemical Physics, 2017, 146, 044108. 1.2 14

6219 Corresponding-states behavior of SPC/E-based modified (bent and hybrid) water models. Journal of
Chemical Physics, 2017, 146, 054506. 1.2 2

6220 Molecular Modeling Applied to Nanobiosystems. , 2017, , 179-220. 1

6221
Drastic Compensation of Electronic and Solvation Effects on ATP Hydrolysis Revealed through
Large-Scale QM/MM Simulations Combined with a Theory of Solutions. Journal of Physical Chemistry
B, 2017, 121, 2279-2287.

1.2 16

6222 Molecular simulation study on K+â€“Clâˆ’ ion pair in geological fluids. Acta Geochimica, 2017, 36, 1-8. 0.7 18

6223 The Thermodynamics of Restoring Underwater Superhydrophobicity. Langmuir, 2017, 33, 2911-2919. 1.6 11

6224
Anionic polyelectrolyte poly(acrylic acid) (PAA) chain shrinkage in waterâ€“ethanol solution in
presence of Li<sup>+</sup> and Cs<sup>+</sup> metal ions studied by molecular dynamics
simulations. Molecular Simulation, 2017, 43, 625-637.

0.9 16

6225 Design of Nano Screw Pump for Water Transport and its Mechanisms. Scientific Reports, 2017, 7, 41717. 1.6 16

6226
Structural properties of <i>N</i>-dodecyl-<i>N,N</i>-dimethyl-3-ammonio-1-propane-sulfonate micelle
in water by molecular dynamics simulation. Journal of Dispersion Science and Technology, 2017, 38,
1792-1797.

1.3 2

6227 Deconstructing Free Energies in the Law of Matching Water Affinities. Journal of Physical Chemistry
B, 2017, 121, 2189-2201. 1.2 17

6228 Insights into the ion-coupling mechanism in the MATE transporter NorM-VC. Physical Biology, 2017, 14,
045009. 0.8 16

6229 Cellulose Nanopaper and Nanofoam for Patientâ€•Tailored Drug Delivery. Advanced Materials Interfaces,
2017, 4, 1600655. 1.9 36

6230
Quantitative evaluation of the responses of a gravimetric gas sensor based on mesoporous
functionalized silica: Application to 2,4-DNT and TNT detection. Sensors and Actuators B: Chemical,
2017, 248, 470-480.

4.0 16

6231 Gating Charge Calculations by Computational Electrophysiology Simulations. Biophysical Journal,
2017, 112, 1396-1405. 0.2 11

6232
Spectroscopic (FT-IR, FT-Raman, UV, NMR, NLO) investigation, molecular docking and molecular
simulation dynamics on 1-Methyl-3-Phenylpiperazine. Journal of Molecular Structure, 2017, 1143,
328-343.

1.8 7

6233 Molecular Dynamics Study of the Bulk and Interface Properties of Frother and Oil with Saltwater and
Air. Journal of Physical Chemistry B, 2017, 121, 2788-2796. 1.2 11

6234 Stern Layer Structure and Energetics at Micaâ€“Water Interfaces. Journal of Physical Chemistry C, 2017,
121, 9402-9412. 1.5 119



339

Citation Report

# Article IF Citations

6235 Conformational and hydration properties modulate ice recognition by type I antifreeze protein and its
mutants. Physical Chemistry Chemical Physics, 2017, 19, 11678-11689. 1.3 27

6236 Role of Hydrophobic/Aromatic Residues on the Stability of Double-Wall Î²-Sheet Structures Formed by a
Triblock Peptide. Journal of Physical Chemistry B, 2017, 121, 4115-4128. 1.2 5

6237 Stability Evaluation of Cation Bridging on Muscovite Surface for Improved Description of Ion-Specific
Wettability Alteration. Journal of Physical Chemistry C, 2017, 121, 9273-9281. 1.5 35

6238 Reverse Monte Carlo modeling of liquid water with the explicit use of the SPC/E interatomic
potential. Journal of Chemical Physics, 2017, 146, 064506. 1.2 13

6239 Wettability of a nano-droplet in an electric field: A molecular dynamics study. Applied Thermal
Engineering, 2017, 122, 71-79. 3.0 29

6240
QTAIM and NCI analysis of intermolecular interactions in steroid ligands binding a cytochrome P450
enzyme â€“ Beyond the most obvious interactions. Computational and Theoretical Chemistry, 2017, 1111,
40-49.

1.1 24

6241 Analysis of the second harmonic generation signal from a liquid/air and liquid/liquid interface.
Journal of Chemical Physics, 2017, 146, 144701. 1.2 7

6242 Microwave irradiation affects ion pairing in aqueous solutions of alkali halide salts. Journal of
Chemical Physics, 2017, 146, 044504. 1.2 12

6243 Interfacial Properties and Monolayer Collapse of Alkyl Benzenesulfonate Surfactant Monolayers at
the Decaneâ€“Water Interface from Molecular Dynamics Simulations. Langmuir, 2017, 33, 4461-4476. 1.6 44

6244 Assessment of range-separated functionals in the presence of implicit solvent: Computation of
oxidation energy, reduction energy, and orbital energy. Journal of Chemical Physics, 2017, 146, 164102. 1.2 16

6245 Development of Lennard-Jones and Buckingham Potentials for Lanthanoid Ions in Water. Inorganic
Chemistry, 2017, 56, 6214-6224. 1.9 57

6246 Transport Mechanism of Guest Methane in Water-Filled Nanopores. Journal of Physical Chemistry C,
2017, 121, 15675-15686. 1.5 59

6247 Thermodynamics and Kinetics of Nucleobase Stacking Oligomerization Revealed by Molecular
Dynamics Simulations. Journal of Chemical Theory and Computation, 2017, 13, 3005-3011. 2.3 4

6248
Single Particle Dynamics at the Intrinsic Surface of Various Apolar, Aprotic Dipolar, and Hydrogen
Bonding Liquids As Seen from Computer Simulations. Journal of Physical Chemistry B, 2017, 121,
5582-5594.

1.2 12

6249 Molecular dynamics analysis of the friction between a water-methanol liquid mixture and a non-polar
solid crystal surface. Journal of Chemical Physics, 2017, 146, 174702. 1.2 10

6250 Nucleation of urea from aqueous solution: Structure, critical size, and rate. Journal of Chemical
Physics, 2017, 146, 134501. 1.2 18

6251 Multiscale modeling of electroosmotic flow: Effects of discrete ion, enhanced viscosity, and surface
friction. Journal of Chemical Physics, 2017, 146, . 1.2 26

6252
An Efficient Metadynamics-Based Protocol To Model the Binding Affinity and the Transition State
Ensemble of G-Protein-Coupled Receptor Ligands. Journal of Chemical Information and Modeling, 2017,
57, 1210-1217.

2.5 114



340

Citation Report

# Article IF Citations

6253 Spectral Analysis of the Heat Flow Across Crystalline and Amorphous Siâ€“Water Interfaces. Journal of
Physical Chemistry C, 2017, 121, 11380-11389. 1.5 23

6254 Exploring the Dynamics of Propeller Loops in Human Telomeric DNA Quadruplexes Using Atomistic
Simulations. Journal of Chemical Theory and Computation, 2017, 13, 2458-2480. 2.3 39

6255 Numerical evidence for thermally induced monopoles. Proceedings of the National Academy of
Sciences of the United States of America, 2017, 114, 4911-4914. 3.3 11

6256 Rotation driven translational diffusion of polyatomic ions in water: A novel mechanism for
breakdown of Stokes-Einstein relation. Journal of Chemical Physics, 2017, 146, 164502. 1.2 38

6257 Analyzing DNA curvature and its impact on the ionic environment: application to molecular dynamics
simulations of minicircles. Nucleic Acids Research, 2017, 45, 4269-4277. 6.5 22

6258 Atomistic simulations of wetting properties and water films on hydrophilic surfaces. Journal of
Chemical Physics, 2017, 146, 164705. 1.2 29

6259 The properties of asphaltene at the oil-water interface: A molecular dynamics simulation. Colloids
and Surfaces A: Physicochemical and Engineering Aspects, 2017, 515, 34-40. 2.3 45

6260 Concentration-dependent structure and dynamics of aqueous LiCl solutions: A molecular dynamics
study. Journal of Molecular Liquids, 2017, 225, 240-250. 2.3 15

6261 Lauryl phosphate adsorption in the flotation of Bastnaesite, (Ce,La)FCO3. Journal of Colloid and
Interface Science, 2017, 490, 825-833. 5.0 38

6262 Hydrogen-bond dynamics at the bioâ€“water interface in hydrated proteins: a molecular-dynamics study.
Physical Chemistry Chemical Physics, 2017, 19, 318-329. 1.3 28

6263 Theoretical study on substituent and solvent effects for nanocubes formed with gear-shaped
amphiphile molecules. Physical Chemistry Chemical Physics, 2017, 19, 1627-1631. 1.3 13

6264 Molecular dynamics simulations of acid/base induced switching of a bistable rotaxane. Molecular
Physics, 2017, 115, 297-307. 0.8 3

6265 Towards a generalized iso-density continuum model for molecular solvents in plane-wave DFT.
Modelling and Simulation in Materials Science and Engineering, 2017, 25, 015004. 0.8 4

6266 Coherent Experimental and Simulation Approach To Explore the Underlying Mechanism of
Denaturation of Stem Bromelain in Osmolytes. Journal of Physical Chemistry B, 2017, 121, 6456-6470. 1.2 12

6267 An adaptive bias â€“ hybrid MD/kMC algorithm for protein folding and aggregation. Physical Chemistry
Chemical Physics, 2017, 19, 17373-17382. 1.3 8

6268 Water structure around hydrophobic amino acid side chain analogs using different water models.
Journal of Chemical Physics, 2017, 146, 225104. 1.2 18

6269 A novel way to calculate the diffusivity of water in carbon nanotubes. Journal of Molecular
Modeling, 2017, 23, 201. 0.8 0

6270 A general method for determining molecular interfaces and layers. Journal of Molecular Graphics
and Modelling, 2017, 76, 17-35. 1.3 9



341

Citation Report

# Article IF Citations

6271 Effects of Frothers and Oil at Saltwaterâ€“Air Interfaces for Oil Separation: Molecular Dynamics
Simulations and Experimental Measurements. Journal of Physical Chemistry B, 2017, 121, 6699-6707. 1.2 4

6272
Curious Characteristics of Polar and Nonpolar Molecules Confined within Carbon Nanotubes (CNT)
of Varied Diameter: Insights from Molecular Dynamics Simulation. Journal of Chemical &amp;
Engineering Data, 2017, 62, 2307-2315.

1.0 9

6273 Modeling nanoscale ice adhesion. Acta Mechanica Solida Sinica, 2017, 30, 224-226. 1.0 11

6274 Adsorption Behavior of Methane on Kaolinite. Industrial &amp; Engineering Chemistry Research, 2017,
56, 6229-6238. 1.8 44

6275 Solvation of LiCl in model liquids with high to low hydrogen bond strengths. Journal of Chemical
Physics, 2017, 146, 184503. 1.2 3

6276
Insights into Watsonâ€“Crick/Hoogsteen breathing dynamics and damage repair from the solution
structure and dynamic ensemble of DNA duplexes containing m1A. Nucleic Acids Research, 2017, 45,
5586-5601.

6.5 57

6277 Singleâ€•Molecule and Ensemble Diffusivities in Individual Nanopores with Spatially Dependent Mobility.
ChemPhysChem, 2017, 18, 2094-2102. 1.0 10

6278 Computational study of Th4+ and Np4+ hydration and hydrolysis of Th4+ from first principles. Journal
of Molecular Modeling, 2017, 23, 69. 0.8 5

6279 Permeation of Water Nanodroplets on Carbon Nanotubes Forests. MRS Advances, 2017, 2, 123-128. 0.5 0

6280 Reliable computational design of biological-inorganic materials to the large nanometer scale using
Interface-FF. Molecular Simulation, 2017, 43, 1394-1405. 0.9 34

6281 Effects of the Methane Content on the Waterâ€“Oil Interface: Insights from the Molecular Level.
Energy &amp; Fuels, 2017, 31, 7026-7032. 2.5 24

6282 Local structure of dilute aqueous DMSO solutions, as seen from molecular dynamics simulations.
Journal of Chemical Physics, 2017, 146, 234507. 1.2 13

6283 Solvation free energy of solvation of biomass model cellobiose molecule: A molecular dynamics
analysis. Journal of Molecular Liquids, 2017, 245, 97-102. 2.3 8

6284 Configurational Disorder of Water Hydrogen-Bond Network at the Protein Dynamical Transition.
Journal of Physical Chemistry B, 2017, 121, 6792-6798. 1.2 9

6285 Water in Ionic Liquid Lubricants: Friend and Foe. ACS Nano, 2017, 11, 6825-6831. 7.3 53

6286 Investigations on oil detachment from rough surfaces in an aqueous solution. RSC Advances, 2017, 7,
31049-31060. 1.7 4

6287 Performance of MDockPP in CAPRI rounds 28â€•29 and 31â€•35 including the prediction of waterâ€•mediated
interactions. Proteins: Structure, Function and Bioinformatics, 2017, 85, 424-434. 1.5 11

6288 Impact of Surface Ionization on Water Transport and Salt Leakage through Graphene Oxide
Membranes. Journal of Physical Chemistry C, 2017, 121, 13412-13420. 1.5 37



342

Citation Report

# Article IF Citations

6289
Hydration Repulsion Difference between Ordered and Disordered Membranes Due to Cancellation of
Membraneâ€“Membrane and Water-Mediated Interactions. Journal of Physical Chemistry Letters, 2017, 8,
2869-2874.

2.1 18

6290
Multi-level quantum mechanics theories and molecular mechanics study of the double-inversion
mechanism of the F<sup>âˆ’</sup>+ CH<sub>3</sub>I reaction in aqueous solution. Physical Chemistry
Chemical Physics, 2017, 19, 14358-14365.

1.3 18

6291 Energetic Analysis of Adsorption and Absorption of Small Molecule to Nanodroplet of Water. Journal
of Physical Chemistry B, 2017, 121, 5995-6001. 1.2 6

6292 High Performance Computing. Lecture Notes in Computer Science, 2017, , . 1.0 2

6293 Relation between the Liquid Spinodal Pressure and the Lateral Pressure Profile at the Liquidâ€“Vapor
Interface. Journal of Physical Chemistry C, 2017, 121, 12214-12219. 1.5 7

6294 Formation of Water Layers on Graphene Surfaces. ACS Omega, 2017, 2, 2184-2190. 1.6 81

6295
Molecular dynamics simulation of the local concentration and structure in multicomponent aerosol
nanoparticles under atmospheric conditions. Physical Chemistry Chemical Physics, 2017, 19,
16681-16692.

1.3 18

6296 Insight into electric field-induced rupture mechanism of water-in-toluene emulsion films from a
model system. Journal of Chemical Physics, 2017, 146, 194703. 1.2 6

6297 Chitosan nanoparticles-trypsin interactions: Bio-physicochemical and molecular dynamics simulation
studies. International Journal of Biological Macromolecules, 2017, 103, 902-909. 3.6 22

6298
Study on the Phase Behavior and Molecular Dynamics Simulation of a Supercritical Carbon Dioxide
Microemulsion Containing Ionic Liquid. Industrial &amp; Engineering Chemistry Research, 2017, 56,
3733-3739.

1.8 11

6299
Constant-potential molecular dynamics simulations on an electrode-electrolyte system: Calculation
of static quantities and comparison of two polarizable metal electrode models. Chemical Physics
Letters, 2017, 681, 80-85.

1.2 12

6300 Explicit Solvent Hydration Benchmark for Proteins with Application to the PBSA Method. Journal of
Chemical Theory and Computation, 2017, 13, 2762-2776. 2.3 1

6301 Calculation of self-diffusion coefficients of the [BMIM][TFSA]/water system by molecular dynamics
simulation. Molecular Simulation, 2017, 43, 1430-1435. 0.9 6

6302 Assembly of Huntingtin headpiece into <i>Î±</i>-helical bundles. Biointerphases, 2017, 12, 02D413. 0.6 3

6304
Molecular modeling-driven approach for identification of Janus kinase 1 inhibitors through 3D-QSAR,
docking and molecular dynamics simulations. Journal of Receptor and Signal Transduction Research,
2017, 37, 453-469.

1.3 21

6305 Modulation of the Conformational Dynamics of Apo-Adenylate Kinase through a Ï€â€“Cation Interaction.
Journal of Physical Chemistry B, 2017, 121, 5699-5708. 1.2 13

6306 Metastable Vapor in a Janus Nanoconfinement. Journal of Physical Chemistry C, 2017, 121, 13144-13150. 1.5 4

6307 Effect of sampling on BACE-1 ligands binding free energy predictions via MM-PBSA calculations.
Journal of Computational Chemistry, 2017, 38, 1941-1951. 1.5 14



343

Citation Report

# Article IF Citations

6308 Effect of collector molecular structure on the wettability of gold for froth flotation. Applied
Surface Science, 2017, 420, 691-699. 3.1 25

6309 Interfacial behaviors of betaine and binary betaine/carboxylic acid mixtures in molecular dynamics
simulation. Journal of Molecular Liquids, 2017, 240, 412-419. 2.3 23

6310 Molecular interactions and thermal transport in ionic liquids with carbon nanomaterials. Physical
Chemistry Chemical Physics, 2017, 19, 17075-17087. 1.3 35

6311 Structural dissimilarity sampling with dynamically self-guiding selection. Journal of Computational
Chemistry, 2017, 38, 1921-1929. 1.5 11

6312 Effects of water content on the dissolution behavior of wool keratin using
1-ethyl-3-methylimidazolium dimethylphosphate. Science China Chemistry, 2017, 60, 934-941. 4.2 21

6313 Elucidating water dynamics in MgCl 2 hydrates from molecular dynamics simulation. Solid State
Sciences, 2017, 69, 64-70. 1.5 11

6314
Hydrotropic Action of Cationic Hydrotrope p-Toluidinium Chloride on the Solubility of Sparingly
Soluble Gliclazide Drug Molecule: A Computational Study. Journal of Chemical Information and
Modeling, 2017, 57, 1461-1473.

2.5 15

6315 Modelling aqueous solubility of sodium chloride in clays at thermodynamic conditions of hydraulic
fracturing by molecular simulations. Physical Chemistry Chemical Physics, 2017, 19, 16586-16599. 1.3 20

6316 Reliability of Constant Charge Method for Molecular Dynamics Simulations on EDLCs in Nanometer
and Subâ€•Nanometer Spaces. ChemElectroChem, 2017, 4, 2486-2493. 1.7 25

6317 Molecular dynamics simulation of hydrated Na-montmorillonite with inorganic salts addition at high
temperature and high pressure. Applied Clay Science, 2017, 146, 206-215. 2.6 26

6318 Charged Dendrimers Revisited: Effective Charge and Surface Potential of Dendritic Polyglycerol
Sulfate. Macromolecules, 2017, 50, 4759-4769. 2.2 32

6319 Mechanism of Ferric Oxalate Photolysis. ACS Earth and Space Chemistry, 2017, 1, 270-276. 1.2 59

6320 Staphylococcus aureus Î´-toxin in aqueous solution: Behavior in monomeric and multimeric states.
Biophysical Chemistry, 2017, 227, 21-28. 1.5 4

6321 Simple Model for the Benzene Hexafluorobenzene Interaction. Journal of Physical Chemistry B, 2017,
121, 6184-6188. 1.2 7

6322 A structural perspective on the interactions of TRAF6 and <scp>B</scp>asigin during the onset of
melanoma: A molecular dynamics simulation study. Journal of Molecular Recognition, 2017, 30, e2643. 1.1 6

6323 Double-layer ice from first principles. Physical Review B, 2017, 95, . 1.1 29

6324
Insights into water-mediated ion clustering in aqueous CaSO<sub>4</sub>solutions: pre-nucleation
cluster characteristics studied by ab initio calculations and molecular dynamics simulations.
Physical Chemistry Chemical Physics, 2017, 19, 11390-11403.

1.3 24

6325 Molecular Dynamics Study of Guestâ€“Host Hydrogen Bonding in Ethylene Oxide, Trimethylene Oxide,
and Formaldehyde Structure I Clathrate Hydrates. Journal of Physical Chemistry C, 2017, 121, 8832-8840. 1.5 9



344

Citation Report

# Article IF Citations

6326 Translational versus rotational energy flow in water solvation dynamics. Chemical Physics Letters,
2017, 683, 483-487. 1.2 6

6327 Solvation dynamics in water confined within layered manganese dioxide. Chemical Physics Letters,
2017, 683, 478-482. 1.2 13

6328 Stability and Vapor Pressure of Aqueous Aggregates and Aerosols Containing a Monovalent Ion.
Journal of Physical Chemistry A, 2017, 121, 2597-2602. 1.1 3

6329 A computational approach to calculate the heat of transport of aqueous solutions. Scientific
Reports, 2017, 7, 44833. 1.6 22

6330 Molecular Dynamics Validation of Crizotinib Resistance to ALK Mutations (L1196M and G1269A) and
Identification of Specific Inhibitors. Journal of Cellular Biochemistry, 2017, 118, 3462-3471. 1.2 18

6331
Sugar-influenced water diffusion, interaction, and retention in clay interlayer nanopores probed by
theoretical simulations and experimental spectroscopies. Advances in Water Resources, 2017, 106,
24-38.

1.7 10

6332 Conformational Dynamics of Cyanocobalamin and Its Conjugates with Peptide Nucleic Acids. Journal
of Physical Chemistry B, 2017, 121, 2968-2979. 1.2 9

6333 Separation of Ethanol and Water Using Graphene and Hexagonal Boron Nitride Slit Pores: A
Molecular Dynamics Study. Journal of Physical Chemistry C, 2017, 121, 7867-7880. 1.5 31

6334 Enantiospecific adsorption of propranolol enantiomers on naturally chiral copper surface: A
molecular dynamics simulation investigation. Chemical Physics, 2017, 487, 48-58. 0.9 5

6335 Noncanonical Î±/Î³ Backbone Conformations in RNA and the Accuracy of Their Description by the AMBER
Force Field. Journal of Physical Chemistry B, 2017, 121, 2420-2433. 1.2 27

6336 The role of ionâ€“water interactions in determining the Soret coefficient of LiCl aqueous solutions.
Physical Chemistry Chemical Physics, 2017, 19, 9575-9583. 1.3 25

6337
Molecular docking, molecular dynamics simulation, biological evaluation and 2D QSAR analysis of
flavonoids from Syzygium alternifolium as potent anti-Helicobacter pylori agents. RSC Advances, 2017,
7, 18277-18292.

1.7 60

6338 Computational and structural evidence for neurotransmitter-mediated modulation of the oligomeric
states of human insulin in storage granules. Journal of Biological Chemistry, 2017, 292, 8342-8355. 1.6 18

6339 Dispersion Interactions in Water Clusters. Journal of Physical Chemistry A, 2017, 121, 3736-3745. 1.1 10

6340 Tight cohesion between glycolipid membranes results from balanced waterâ€“headgroup interactions.
Nature Communications, 2017, 8, 14899. 5.8 61

6341 How strongly do hydrogen and water molecules stick to carbon nanomaterials?. Journal of Chemical
Physics, 2017, 146, . 1.2 38

6342 Microscopic characterization of amino acid ionic liquids - water mixtures. Journal of Molecular
Liquids, 2017, 236, 81-92. 2.3 10

6343 Molecular dynamics simulations of the surface tension of oxygen-supersaturated water. AIP
Advances, 2017, 7, . 0.6 14



345

Citation Report

# Article IF Citations

6344 Computational evidence support the hypothesis of neuroglobin also acting as an electron transfer
species. Journal of Biological Inorganic Chemistry, 2017, 22, 615-623. 1.1 24

6345 An integrated approach towards the discovery of novel non-nucleoside Leishmania major pteridine
reductase 1 inhibitors. European Journal of Medicinal Chemistry, 2017, 132, 322-332. 2.6 24

6346 Studying the mechanism of tissue optical clearing using the method of molecular dynamics. , 2017, , . 2

6347 Selective ion binding and transport by membrane proteins â€“ A computational perspective.
Coordination Chemistry Reviews, 2017, 345, 108-136. 9.5 31

6348 Ion Distribution and Hydration Structure in the Stern Layer on Muscovite Surface. Langmuir, 2017, 33,
3892-3899. 1.6 47

6349
Functional and Structural Characterization of a Thermostable Phospholipase A<sub>2</sub> from a
Sparidae Fish (<i>Diplodus annularis)</i>. Journal of Agricultural and Food Chemistry, 2017, 65,
2468-2480.

2.4 3

6350 Interaction Energies in Complexes of Zn and Amino Acids: A Comparison of Ab Initio and Force Field
Based Calculations. Journal of Physical Chemistry A, 2017, 121, 2643-2654. 1.1 23

6351
Quantitative Modeling of MoS<sub>2</sub>â€“Solvent Interfaces: Predicting Contact Angles and
Exfoliation Performance using Molecular Dynamics. Journal of Physical Chemistry C, 2017, 121,
9022-9031.

1.5 81

6352
Experimental and theoretical studies on solvation in aqueous solutions of ionic liquids carrying
different side chains: the n-butyl-group versus the methoxyethyl group. RSC Advances, 2017, 7,
15952-15963.

1.7 14

6353 Molecular modeling and structural characterization of a high glycineâ€“tyrosine hair keratin
associated protein. Physical Chemistry Chemical Physics, 2017, 19, 8575-8583. 1.3 16

6354 Thermal compaction of the intrinsically disordered protein tau: entropic, structural, and
hydrophobic factors. Physical Chemistry Chemical Physics, 2017, 19, 8435-8446. 1.3 33

6355
Effect of material flexibility on the thermodynamics and kinetics of hydrophobically induced
evaporation of water. Proceedings of the National Academy of Sciences of the United States of
America, 2017, 114, E2548-E2555.

3.3 56

6356 Models of Aged Magnesiumâ€“Silicateâ€“Hydrate Cements Based on the Lizardite and Talc Crystals: A
Periodic DFT-GIPAW Investigation. Journal of Physical Chemistry C, 2017, 121, 7319-7330. 1.5 21

6357 Insights into the effects of glycosylation and the monosaccharide-binding activity of the plant lectin
CrataBL. Glycoconjugate Journal, 2017, 34, 515-522. 1.4 2

6358 Fundamental issues on the influence of starch in amine adsorption by quartz. Colloids and Surfaces
A: Physicochemical and Engineering Aspects, 2017, 522, 642-651. 2.3 39

6359 Scrutinizing Electro-Osmosis and Surface Conductivity with Molecular Dynamics. Journal of Physical
Chemistry C, 2017, 121, 6756-6769. 1.5 28

6360 How does ytterbium chloride interact with DMPC bilayers? A computational and experimental study.
Physical Chemistry Chemical Physics, 2017, 19, 9199-9209. 1.3 5

6361 Cavitation of water by volume-controlled stretching. Extreme Mechanics Letters, 2017, 11, 59-67. 2.0 11



346

Citation Report

# Article IF Citations

6362 Computational identification of potent inhibitors for Streptomycin 3â€³-adenylyltransferase of Serratia
marcescens. Microbial Pathogenesis, 2017, 103, 94-106. 1.3 13

6363 Effect of guanidine and arginine on proteinâ€“ligand interactions in multimodal cationâ€•exchange
chromatography. Biotechnology Progress, 2017, 33, 435-447. 1.3 8

6364
Conformational stability of the epidermal growth factor (EGF) receptor as influenced by
glycosylation, dimerization and EGF hormone binding. Proteins: Structure, Function and
Bioinformatics, 2017, 85, 561-570.

1.5 18

6365 Predicting RNA Structures via a Simple van der Waals Correction to an All-Atom Force Field. Journal
of Chemical Theory and Computation, 2017, 13, 395-399. 2.3 43

6366 The resonant heating of heavy water solutions under the terahertz pulse irradiation. Journal of
Molecular Liquids, 2017, 229, 148-152. 2.3 10

6367
Accurate Three States Model for Amino Acids with Two Chemically Coupled Titrating Sites in Explicit
Solvent Atomistic Constant pH Simulations and p<i>K</i><sub>a</sub> Calculations. Journal of
Chemical Theory and Computation, 2017, 13, 147-160.

2.3 27

6368 Energetics and structural characterization of the â€œDFG-flipâ€• conformational transition of B-RAF
kinase: a SITS molecular dynamics study. Physical Chemistry Chemical Physics, 2017, 19, 1257-1267. 1.3 17

6369 Molecular dynamics simulations of cesium adsorption on illite nanoparticles. Journal of Colloid and
Interface Science, 2017, 490, 608-620. 5.0 115

6370 Critical points, phase transitions and water-like anomalies for an isotropic two length scale potential
with increasing attractive well. Physica A: Statistical Mechanics and Its Applications, 2017, 468, 866-879. 1.2 6

6371 Role of the hydrophobic and hydrophilic sites in the dynamic crossover of the protein-hydration
water. Physica A: Statistical Mechanics and Its Applications, 2017, 468, 733-739. 1.2 20

6372
Comparison of interatomic potentials of water via structure factors reconstructed from simulated
partial radial distribution functions: a reverse Monte Carlo based approach. Physica Scripta, 2017, 92,
014001.

1.2 2

6373 The Dynamics of Water in Porous Two-Dimensional Crystals. Journal of Physical Chemistry B, 2017, 121,
189-207. 1.2 12

6374 Metal Ion Modeling Using Classical Mechanics. Chemical Reviews, 2017, 117, 1564-1686. 23.0 266

6375 Investigation of the binding modes of a positively charged pillar[5]arene: internal and external guest
complexation. Organic and Biomolecular Chemistry, 2017, 15, 911-919. 1.5 18

6376 Crystal structures of an archaeal thymidylate kinase from Sulfolobus tokodaii provide insights into
the role of a conserved active site Arginine residue. Journal of Structural Biology, 2017, 197, 236-249. 1.3 15

6377 Simulations of disordered proteins and systems with conformational heterogeneity. Current Opinion
in Structural Biology, 2017, 43, 95-103. 2.6 78

6378 Plasma-based water treatment: development of a general mechanistic model to estimate the
treatability of different types of contaminants. Journal Physics D: Applied Physics, 2017, 50, 014003. 1.3 61

6379 Non-Continuum Intercalated Water Diffusion Explains Fast Permeation through Graphene Oxide
Membranes. ACS Nano, 2017, 11, 11152-11161. 7.3 81



347

Citation Report

# Article IF Citations

6380 Self-assembled RGD dehydropeptide hydrogels for drug delivery applications. Journal of Materials
Chemistry B, 2017, 5, 8607-8617. 2.9 35

6381 Force field parametrization of hydrogenoxalate and oxalate anions with scaled charges. Journal of
Molecular Modeling, 2017, 23, 327. 0.8 19

6382 Density Fluctuation in Aqueous Solutions and Molecular Origin of Salting-Out Effect for
CO<sub>2</sub>. Journal of Physical Chemistry B, 2017, 121, 11485-11491. 1.2 6

6383 Benchmark Free Energies and Entropies for Saturated and Compressed Water. Journal of Chemical
&amp; Engineering Data, 2017, 62, 4032-4040. 1.0 6

6384
Specific cation effects at aqueous solutionâˆ’vapor interfaces: Surfactant-like behavior of Li
<sup>+</sup> revealed by experiments and simulations. Proceedings of the National Academy of
Sciences of the United States of America, 2017, 114, 13363-13368.

3.3 34

6385 Reliability of Constant Charge Method for Molecular Dynamics Simulations on EDLCs in Nanometer
and Sub-Nanometer Spaces. ChemElectroChem, 2017, 4, 2427-2427. 1.7 1

6386
Development and Application of a Coarse-Grained Model for PNIPAM by Iterative Boltzmann Inversion
and Its Combination with Lattice Boltzmann Hydrodynamics. Journal of Physical Chemistry B, 2017, 121,
10394-10406.

1.2 14

6387
Structure of Water in Zn<sup>2+</sup> Aqueous Solutions from Ambient Conditions up to the
Gigapascal Pressure Range: A XANES and Molecular Dynamics Study. Inorganic Chemistry, 2017, 56,
14013-14022.

1.9 8

6388 Effects of mutations on active site conformation and dynamics of RNA-dependent RNA polymerase
from Coxsackievirus B3. Journal of Molecular Graphics and Modelling, 2017, 77, 330-337. 1.3 1

6389 Observations on AMBER Force Field Performance under the Conditions of Low pH and High Salt
Concentrations. Journal of Physical Chemistry B, 2017, 121, 9838-9847. 1.2 4

6390 Contrasting water adhesion strengths of hydrophobic surfaces engraved with hierarchical grooves:
lotus leaf and rose petal effects. Nanoscale, 2017, 9, 16200-16204. 2.8 26

6391
Molecular Dynamics Study of Water Flow Across Multiple Layers of Pristine, Oxidized, and Mixed
Regions of Graphene Oxide: Effect of Graphene Oxide Layer-to-Layer Distance. Journal of Physical
Chemistry C, 2017, 121, 23659-23668.

1.5 26

6392 Single Molecule Force Spectroscopy and Molecular Dynamics Simulations as a Combined Platform for
Probing Protein Face-Specific Binding. Langmuir, 2017, 33, 10851-10860. 1.6 24

6393 Influence of Tetrahedral Layer Charge on the Fixation of Cesium in Synthetic Smectite. Journal of
Physical Chemistry C, 2017, 121, 23422-23435. 1.5 7

6394 Decomposition of the Experimental Raman and Infrared Spectra of Acidic Water into Proton, Special
Pair, and Counterion Contributions. Journal of Physical Chemistry Letters, 2017, 8, 5246-5252. 2.1 74

6395 Molecular Dynamics Simulation of the Adsorption and Aggregation of Ionic Surfactants at
Liquidâ€“Solid Interfaces. Journal of Physical Chemistry C, 2017, 121, 25908-25920. 1.5 39

6396 Spatially Heterogeneous Surface Water Diffusivity around Structured Protein Surfaces at
Equilibrium. Journal of the American Chemical Society, 2017, 139, 17890-17901. 6.6 60

6397 Structural Basis for Polyproline-Mediated Ribosome Stalling and Rescue by the Translation
Elongation Factor EF-P. Molecular Cell, 2017, 68, 515-527.e6. 4.5 118



348

Citation Report

# Article IF Citations

6398 Comparative Assessment of Computational Methods for Free Energy Calculations of Ionic Hydration.
Journal of Chemical Information and Modeling, 2017, 57, 2763-2775. 2.5 20

6399 Validation of Trimethylamine-<i>N</i>-oxide (TMAO) Force Fields Based on Thermophysical Properties
of Aqueous TMAO Solutions. Journal of Physical Chemistry B, 2017, 121, 10674-10688. 1.2 26

6400 Rotational dynamics and dynamical transition of water inside hydrophobic pores of carbon
nanotubes. Scientific Reports, 2017, 7, 14834. 1.6 14

6401 Superhydrophobic inkjet printed flexible graphene circuits <i>via</i> direct-pulsed laser writing.
Nanoscale, 2017, 9, 19058-19065. 2.8 29

6402 A review on simulation of methane production from gas hydrate reservoirs: Molecular dynamics
prospective. Journal of Petroleum Science and Engineering, 2017, 159, 754-772. 2.1 72

6403
Multilevel Quantum Mechanics Theories and Molecular Mechanics Calculations of the
Cl<sup>â€“</sup> + CH<sub>3</sub>I Reaction in Water. Journal of Physical Chemistry A, 2017, 121,
8012-8016.

1.1 3

6404 Sequence-Dependent Interfacial Adsorption and Permeation of Dipeptides across Phospholipid
Membranes. Journal of Physical Chemistry B, 2017, 121, 9859-9867. 1.2 8

6405 Molecular emulsions: from charge order to domain order. Physical Chemistry Chemical Physics, 2017,
19, 28275-28285. 1.3 11

6406 2D IR spectroscopy of high-pressure phases of ice. Journal of Chemical Physics, 2017, 147, 144501. 1.2 14

6407 Computational investigation of the electron transfer complex between neuroglobin and cytochrome
c. Supramolecular Chemistry, 2017, 29, 846-852. 1.5 2

6408 Open Boundary Simulations of Proteins and Their Hydration Shells by Hamiltonian Adaptive
Resolution Scheme. Journal of Chemical Theory and Computation, 2017, 13, 5647-5657. 2.3 20

6409 Adsorption von hydrierten Protonen an der Luftâ€•Wasserâ€•GrenzflÃ¤che durch Orientierung. Angewandte
Chemie, 2017, 129, 16058-16064. 1.6 0

6410 How Waterâ€™s Properties Are Encoded in Its Molecular Structure and Energies. Chemical Reviews, 2017,
117, 12385-12414. 23.0 284

6411 Solvation of Carbon Nanoparticles in Water/Alcohol Mixtures: Using Molecular Simulation To Probe
Energetics, Structure, and Dynamics. Journal of Physical Chemistry C, 2017, 121, 22926-22938. 1.5 14

6412 Molecular Basis of Altered hERG1 Channel Gating Induced by Ginsenoside Rg3. Molecular
Pharmacology, 2017, 92, 437-450. 1.0 6

6413 Dynamics of Water Monolayers Confined by Chemically Heterogeneous Surfaces: Observation of
Surface-Induced Anisotropic Diffusion. Journal of Physical Chemistry B, 2017, 121, 9666-9675. 1.2 9

6414 Carbon Nanotubes as Thermally Induced Water Pumps. ACS Nano, 2017, 11, 9997-10002. 7.3 51

6415 Surface Polarization Effects on Ion-Containing Emulsions. Physical Review Letters, 2017, 119, 138002. 2.9 16



349

Citation Report

# Article IF Citations

6416 Hydration structure of Na+ and Clâˆ’ ions in Tip3P water model. Lobachevskii Journal of Mathematics,
2017, 38, 971-973. 0.1 1

6417 Chemical Alteration of Wettability of Sandstones with Polysorbate 80. Experimental and Molecular
Dynamics Study. Energy &amp; Fuels, 2017, 31, 11918-11924. 2.5 14

6418 Multimodality of Structural, Electrical, and Gravimetric Responses of Intercalated MXenes to Water.
ACS Nano, 2017, 11, 11118-11126. 7.3 183

6419 Tests for, origins of, and corrections to non-Gaussian statistics. The dipole-flip model. Journal of
Chemical Physics, 2017, 146, 154109. 1.2 13

6420 Modeling the THF clathrate hydrate dynamics by combining molecular dynamics and quasi-elastic
neutron scattering. Chemical Physics, 2017, 496, 24-34. 0.9 6

6421 Evaluation and Optimization of Interface Force Fields for Water on Gold Surfaces. Journal of
Chemical Theory and Computation, 2017, 13, 5610-5623. 2.3 34

6422 Role of Terahertz (THz) Fluctuations in the Allosteric Properties of the PDZ Domains. Journal of
Physical Chemistry B, 2017, 121, 10200-10208. 1.2 4

6423 Non-conformal coarse-grained potentials for water. Journal of Chemical Physics, 2017, 147, 134108. 1.2 7

6424 Highly compressed water structure observed in a perchlorate aqueous solution. Nature
Communications, 2017, 8, 919. 5.8 39

6425 Modeling the secondary structures of the peptaibols antiamoebin I and zervamicin II modified with
D-amino acids and proline analogues. Journal of Molecular Modeling, 2017, 23, 313. 0.8 4

6426 Adhesion of Phospholipid Bilayers to Hydroxylated Silica: Existence of Nanometer-Thick Water
Interlayers. Langmuir, 2017, 33, 13148-13156. 1.6 14

6427
MD and QM/MM Study of the Quaternary HutP Homohexamer Complex with mRNA,
<scp>l</scp>-Histidine Ligand, and Mg<sup>2+</sup>. Journal of Chemical Theory and Computation,
2017, 13, 5658-5670.

2.3 17

6428 Electronic structure and absorption spectra of fluorescent nucleoside analogues. Physical
Chemistry Chemical Physics, 2017, 19, 29354-29363. 1.3 12

6429 A mode-coupling theory analysis of the observed diffusion anomaly in aqueous polyatomic ions.
Journal of Chemical Physics, 2017, 147, 124502. 1.2 8

6430 Hydration Phase Diagram of Clay Particles from Molecular Simulations. Langmuir, 2017, 33, 12766-12776. 1.6 51

6431 S-shaped velocity deformation induced by ionic hydration in aqueous salt solution flow. Physical
Chemistry Chemical Physics, 2017, 19, 30055-30062. 1.3 6

6432 Small Angle Neutron Scattering Studies of R67 Dihydrofolate Reductase, a Tetrameric Protein with
Intrinsically Disordered N-Termini. Biochemistry, 2017, 56, 5886-5899. 1.2 6

6433
Molecular Dynamics Simulations of Quartz (101)â€“Water and Corundum (001)â€“Water Interfaces: Effect
of Surface Charge and Ions on Cation Adsorption, Water Orientation, and Surface Charge Reversal.
Journal of Physical Chemistry C, 2017, 121, 25271-25282.

1.5 44



350

Citation Report

# Article IF Citations

6434 Doping-Driven Wettability of Two-Dimensional Materials: A Multiscale Theory. Langmuir, 2017, 33,
12827-12837. 1.6 10

6435 Communication: Is a coarse-grained model for water sufficient to compute Kapitza conductance on
non-polar surfaces?. Journal of Chemical Physics, 2017, 147, 151102. 1.2 8

6436
Experimental and theoretical studies on the nucleofugality ratio in the aminolysis reactions of
O-(4-cyanophenyl) O-(3-nitrophenyl) thionocarbonate with amines in aqueous ethanol. New Journal of
Chemistry, 2017, 41, 9954-9962.

1.4 8

6437 Mechanism of ion adsorption to aqueous interfaces: Graphene/water vs. air/water. Proceedings of the
National Academy of Sciences of the United States of America, 2017, 114, 13369-13373. 3.3 84

6438
Conserved functional consequences of disease-associated mutations in the slide helix of Kir6.1 and
Kir6.2 subunits of the ATP-sensitive potassium channel. Journal of Biological Chemistry, 2017, 292,
17387-17398.

1.6 31

6439 Sequence transferable coarse-grained model of amphiphilic copolymers. Journal of Chemical Physics,
2017, 147, 064904. 1.2 15

6440 Interaction between 1-phenylethanone, 2-phenyl-2-propanol, and isopropenylbenzene with water
molecules: A computational study. Computational and Theoretical Chemistry, 2017, 1117, 188-195. 1.1 6

6441
Probing the geometry reorganization from solution to gas-phase in putrescine derivatives by IRMPD,
<sup>1</sup>H-NMR and theoretical calculations. Physical Chemistry Chemical Physics, 2017, 19,
24330-24340.

1.3 10

6442 Plane-Wave DFT Methods for Chemistry. Annual Reports in Computational Chemistry, 2017, 13, 185-228. 0.9 17

6443 The role of electrostatic interactions and solvent polarity on the 15N NMR shielding of azines.
Chemical Physics Letters, 2017, 686, 189-194. 1.2 12

6444 Modeling Optical Spectra of Large Organic Systems Using Real-Time Propagation of Semiempirical
Effective Hamiltonians. Journal of Chemical Theory and Computation, 2017, 13, 4410-4420. 2.3 16

6445 Stability of Proteins in Carbohydrates and Other Additives during Freezing: The Human Growth
Hormone as a Case Study. Journal of Physical Chemistry B, 2017, 121, 8652-8660. 1.2 28

6446 Ability of the Poissonâ€“Boltzmann equation to capture molecular dynamics predicted ion distribution
around polyelectrolytes. Physical Chemistry Chemical Physics, 2017, 19, 24583-24593. 1.3 38

6447 Atomistic simulations of cation hydration in sodium and calcium montmorillonite nanopores.
Journal of Chemical Physics, 2017, 147, 084705. 1.2 22

6448 Evaluation of the absolute affinity of neuraminidase inhibitor using steered molecular dynamics
simulations. Journal of Molecular Graphics and Modelling, 2017, 77, 137-142. 1.3 12

6449 Antiorganic Fouling and Low-Protein Adhesion on Reverse-Osmosis Membranes Made of Carbon
Nanotubes and Polyamide Nanocomposite. ACS Applied Materials &amp; Interfaces, 2017, 9, 32192-32201. 4.0 36

6450 Exciton Dynamics and Formation Mechanism of MEH-PPV Polymer-Based Nanostructures. Journal of
Physical Chemistry C, 2017, 121, 21062-21072. 1.5 17

6451 Thermodynamics of atomistic and coarse-grained models of water on nonpolar surfaces. Journal of
Chemical Physics, 2017, 147, 074702. 1.2 10



351

Citation Report

# Article IF Citations

6452 Temperature dependence of water adsorption on highly graphitized carbon black and highly ordered
mesoporous carbon. Carbon, 2017, 124, 271-280. 5.4 31

6453 Dynamics at a Peptideâ€“TiO<sub>2</sub> Anatase (101) Interface. Journal of Physical Chemistry B, 2017,
121, 8869-8877. 1.2 8

6454 Effect of Adsorbed Alcohol Layers on the Behavior of Water Molecules Confined in a Graphene
Nanoslit: A Molecular Dynamics Study. Langmuir, 2017, 33, 11467-11474. 1.6 29

6455 Contact angles from Youngâ€™s equation in molecular dynamics simulations. Journal of Chemical
Physics, 2017, 147, 084708. 1.2 48

6456 Thermal characterization assessment of rigid and flexible water models in a nanogap using molecular
dynamics. Chemical Physics Letters, 2017, 687, 270-275. 1.2 2

6457 Thermodynamic properties of the 1-butyl-3-methylimidazolium mesilate ionic liquid [C4mim][OMs] in
condensed phase, using molecular simulations. Journal of Molecular Liquids, 2017, 244, 422-432. 2.3 9

6458 Propaneâ€“Water Mixtures Confined within Cylindrical Silica Nanopores: Structural and Dynamical
Properties Probed by Molecular Dynamics. Langmuir, 2017, 33, 11310-11320. 1.6 30

6459 Confined phase separation of aqueousâ€“organic nanodroplets. Physical Chemistry Chemical Physics,
2017, 19, 26839-26845. 1.3 17

6460 Energy level alignment at semiconductorâ€“water interfaces from atomistic and continuum solvation
models. RSC Advances, 2017, 7, 43660-43670. 1.7 16

6461 Charge compensation at the interface between the polar NaCl(111) surface and a NaCl aqueous
solution. Journal of Chemical Physics, 2017, 147, 104702. 1.2 15

6462 Common behaviors associated with the glass transitions of water-like models. Journal of Chemical
Physics, 2017, 147, 034505. 1.2 20

6463 Hydration Friction in Nanoconfinement: From Bulk via Interfacial to Dry Friction. Nano Letters, 2017,
17, 5969-5976. 4.5 44

6464 The Hydrophobic Effect and the Role of Cosolvents. Journal of Physical Chemistry B, 2017, 121,
9986-9998. 1.2 87

6465 Water Dynamics and Protonâ€•Transport Mechanisms of Nafion 117/Phosphotungstic Acid Composite
Membrane: Aâ€‰Molecular Dynamics Study. ChemPhysChem, 2017, 18, 3485-3497. 1.0 8

6466 Cluster formation and percolation in ethanol-water mixtures. Chemical Physics, 2017, 496, 1-8. 0.9 27

6467 Organic ion association in aqueous phase and <i>ab initio</i>-based force fields: The case of
carboxylate/ammonium salts. Journal of Chemical Physics, 2017, 147, 161720. 1.2 9

6468 A potential model for sodium chloride solutions based on the TIP4P/2005 water model. Journal of
Chemical Physics, 2017, 147, 104501. 1.2 82

6469 Multi-level Quantum Mechanics and Molecular Mechanics Study of Ring Opening Process of Guanine
Damage by Hydroxyl Radical in Aqueous Solution. Scientific Reports, 2017, 7, 7798. 1.6 5



352

Citation Report

# Article IF Citations

6470 A theory for the effect of patch/non-patch attractions on the self-assembly of patchy colloids. Soft
Matter, 2017, 13, 6506-6514. 1.2 2

6471 Fluid breakup in carbon nanotubes: An explanation of ultrafast ion transport. Physics of Fluids, 2017,
29, 092003. 1.6 20

6472
Molecular dynamics simulation study of hydration of uranyl nitrate in supercritical water:
Dissecting the effect of uranyl ion concentration from solvent density. Chemical Physics, 2017, 495,
48-58.

0.9 2

6473 Towards a complete characterization of the Î´-dispersion in dielectric spectroscopy of proteinâ€“water
systems. Physical Chemistry Chemical Physics, 2017, 19, 26980-26985. 1.3 23

6474 Deformation of water nano-droplets on graphene under the influence of constant and alternative
electric fields. Physical Chemistry Chemical Physics, 2017, 19, 26833-26838. 1.3 22

6475 Water sub-diffusion in membranes for fuel cells. Scientific Reports, 2017, 7, 8326. 1.6 54

6476 Ion dehydration controls adsorption at the micellar interface: hydrotropic ions. Physical Chemistry
Chemical Physics, 2017, 19, 30658-30666. 1.3 9

6477 A multi-state coarse grained modeling approach for an intrinsically disordered peptide. Journal of
Chemical Physics, 2017, 147, 094103. 1.2 5

6478 Orientationâ€•Induced Adsorption of Hydrated Protons at the Airâ€“Water Interface. Angewandte Chemie -
International Edition, 2017, 56, 15846-15851. 7.2 42

6479 Effects of disulfide bridges and backbone connectivity on water sorption by protein matrices.
Scientific Reports, 2017, 7, 7957. 1.6 4

6480 Molybdenum disulfide and water interaction parameters. Journal of Chemical Physics, 2017, 147, 104706. 1.2 23

6481 Solvatochromism and preferential solvation of Brooker's merocyanine in waterâ€“methanol mixtures.
Journal of Computational Chemistry, 2017, 38, 2411-2419. 1.5 12

6482 Molecular Packing, Hydrogen Bonding, and Fast Dynamics in Lysozyme/Trehalose/Glycerol and
Trehalose/Glycerol Glasses at Low Hydration. Journal of Physical Chemistry B, 2017, 121, 9437-9451. 1.2 22

6483 Aromatic side-chain conformational switch on the surface of the RNA Recognition Motif enables RNA
discrimination. Nature Communications, 2017, 8, 654. 5.8 23

6484 Lead and selenite adsorption at waterâ€“goethite interfaces from first principles. Journal of Physics
Condensed Matter, 2017, 29, 365101. 0.7 8

6485 Effects of concentration on the dynamics and structure of lactic acid aqueous solution. Journal of
Molecular Liquids, 2017, 247, 294-299. 2.3 0

6486 Simulation Studies on the Lipid Interaction and Conformation of Novel Drug-Delivery Pseudopeptidic
Polymers. Journal of Physical Chemistry B, 2017, 121, 9113-9125. 1.2 0

6487 Electrostatic and induction effects in the solubility of water in alkanes. Journal of Chemical Physics,
2017, 147, 074506. 1.2 5



353

Citation Report

# Article IF Citations

6488 Molecular mechanism of water reorientational slowing down in concentrated ionic solutions.
Proceedings of the National Academy of Sciences of the United States of America, 2017, 114, 10023-10028. 3.3 38

6489 Confinement Effects on Carbon Dioxide Methanation: A Novel Mechanism for Abiotic Methane
Formation. Scientific Reports, 2017, 7, 9021. 1.6 31

6490 Hydrotropic Solubilization of Sparingly Soluble Riboflavin Drug Molecule in Aqueous Nicotinamide
Solution. Journal of Physical Chemistry B, 2017, 121, 8774-8785. 1.2 22

6491 Molecular Dynamics Simulation of Water Nanodroplet Bounce Back from Flat and Nanopillared
Surface. Langmuir, 2017, 33, 10184-10192. 1.6 40

6492 Efficient molecular density functional theory using generalized spherical harmonics expansions.
Journal of Chemical Physics, 2017, 147, 094107. 1.2 29

6493 Molecular conformation of linear alkane molecules: From gas phase to bulk water through the
interface. Journal of Chemical Physics, 2017, 147, 064907. 1.2 3

6494 Adsorption of Nitrobenzene on the Surface of Ice: A Grand Canonical Monte Carlo Simulation Study.
Journal of Physical Chemistry C, 2017, 121, 15746-15755. 1.5 16

6495 Modeling Water Flow Through Carbon Nanotube Membranes with Entrance/Exit Effects. Nanoscale
and Microscale Thermophysical Engineering, 2017, 21, 247-262. 1.4 60

6496 Density Functional Approach and Random Matrix Theory in Proteogenesis. Journal of the Physical
Society of Japan, 2017, 86, 023801. 0.7 0

6497 Molecular arrangement between electrolyte and alcohol at the air/water interface. Journal of
Molecular Liquids, 2017, 242, 859-867. 2.3 18

6498 Computational Calorimetry of PNIPAM Cononsolvency in Water/Methanol Mixtures. Journal of
Physical Chemistry B, 2017, 121, 7741-7748. 1.2 63

6499 Multiscale molecular simulations on interfacial adsorption and permeation of nanoporous
graphynes. Physical Chemistry Chemical Physics, 2017, 19, 21481-21489. 1.3 9

6500
On the development of polarizable and Lennard-Jones force fields to study hydration structure and
dynamics of actinide(III) ions based on effective ionic radii. Journal of Chemical Physics, 2017, 147,
161707.

1.2 30

6501 Structural study of the Fox-1 RRM protein hydration reveals a role for key water molecules in
RRM-RNA recognition. Nucleic Acids Research, 2017, 45, 8046-8063. 6.5 28

6502 Photonâ€•Induced Nearâ€•Field Electron Microscopy of Eukaryotic Cells. Angewandte Chemie -
International Edition, 2017, 56, 11498-11501. 7.2 13

6503 Assessing the accuracy of integral equation theories for nano-sized hydrophobic solutes in water.
Journal of Chemical Physics, 2017, 147, 014110. 1.2 12

6504 The properties of residual water molecules in ionic liquids: a comparison between direct and inverse
Kirkwoodâ€“Buff approaches. Physical Chemistry Chemical Physics, 2017, 19, 18924-18937. 1.3 35

6505 Decreasing temperature enhances the formation of sixfold hydrogen bonded rings in water-rich
water-methanol mixtures. Scientific Reports, 2017, 7, 1073. 1.6 27



354

Citation Report

# Article IF Citations

6506 An engineered photoswitchable mammalian pyruvate kinase. FEBS Journal, 2017, 284, 2955-2980. 2.2 27

6507 Picomolar inhibition of Î²-galactosidase (bovine liver) attributed to loop closure. Bioorganic and
Medicinal Chemistry, 2017, 25, 5194-5202. 1.4 7

6508 Modeling the conformational change of oil contaminants on Al2O3 surface in aqueous solution: The
effect of molecular weight. Journal of Molecular Liquids, 2017, 241, 49-58. 2.3 2

6509 Prediction of H2S solubility in aqueous NaCl solutions by molecular simulation. Journal of
Petroleum Science and Engineering, 2017, 157, 94-106. 2.1 10

6510 Interaction of levofloxacin with lung surfactant at the air-water interface. Colloids and Surfaces B:
Biointerfaces, 2017, 158, 689-696. 2.5 29

6511 Defect-Induced Wetting Behavior on Solid Polar Surfaces with Small Charge Dipole Length. Journal of
Physical Chemistry C, 2017, 121, 17365-17370. 1.5 5

6512 A QM/MM study on the correlation between the polarisations of and electrons in a hydrated benzene.
Molecular Simulation, 2017, 43, 1209-1217. 0.9 1

6513 Probing Medin Monomer Structure and its Amyloid Nucleation Using 13C-Direct Detection NMR in
Combination with Structural Bioinformatics. Scientific Reports, 2017, 7, 45224. 1.6 13

6514 Photonâ€•Induced Nearâ€•Field Electron Microscopy of Eukaryotic Cells. Angewandte Chemie, 2017, 129,
11656-11659. 1.6 0

6515 Surface Diffusion of Aromatic Hydrocarbon Analytes in Reversed-Phase Liquid Chromatography.
Journal of Physical Chemistry C, 2017, 121, 17907-17920. 1.5 44

6516 Predicting the Solvation of Organic Compounds in Aqueous Environments: From Alkanes and
Alcohols to Pharmaceuticals. Industrial &amp; Engineering Chemistry Research, 2017, 56, 10856-10876. 1.8 43

6517 Glucose and Mannose: A Link between Hydration and Sweetness. Journal of Physical Chemistry B, 2017,
121, 7771-7776. 1.2 21

6518 Structures and thermodynamics of water encapsulated by graphene. Scientific Reports, 2017, 7, 2646. 1.6 26

6519 Combined Molecular Dynamics Simulationâ€“Molecular-Thermodynamic Theory Framework for
Predicting Surface Tensions. Langmuir, 2017, 33, 8319-8329. 1.6 38

6520 Mimicking wettability alterations using temperature gradients for water nanodroplets. Nanoscale,
2017, 9, 12509-12515. 2.8 24

6521 Atomistic investigation on the detachment of oil molecules from defective alumina surface. Applied
Surface Science, 2017, 426, 504-513. 3.1 9

6522 Effects of adsorptive water on the rupture of nanoscale liquid bridges. Applied Clay Science, 2017, 146,
487-494. 2.6 14

6523 Energetics of the contact minimum configuration of two hard spheres in water. Chemical Physics
Letters, 2017, 685, 54-59. 1.2 9



355

Citation Report

# Article IF Citations

6524 A comparison of classical interatomic potentials applied to highly concentrated aqueous lithium
chloride solutions. Journal of Molecular Liquids, 2017, 242, 845-858. 2.3 25

6525 Theoretical modeling of the gas hydrates of nitrous oxide and methane mixtures. Mendeleev
Communications, 2017, 27, 397-398. 0.6 24

6526
Molecular Dynamics Phenomena of Water in the Metalorganic Framework MIL-100(Al), as Revealed by
Pulsed Field Gradient NMR and Atomistic Simulation. Journal of Physical Chemistry C, 2017, 121,
18065-18074.

1.5 25

6527 Decomposing proteinâ€“DNA binding and recognition using simplified protein models. Nucleic Acids
Research, 2017, 45, 10270-10283. 6.5 12

6528
Removal of the emerging contaminant bisphenol A by an ureasilâ€“PEO hybrid membrane: experimental
study and molecular dynamic simulation. Environmental Science and Pollution Research, 2017, 24,
18421-18433.

2.7 10

6529 Signatures of Solvation Thermodynamics in Spectra of Intermolecular Vibrations. Journal of
Chemical Theory and Computation, 2017, 13, 4467-4481. 2.3 52

6530 Perspective: Surface freezing in water: A nexus of experiments and simulations. Journal of Chemical
Physics, 2017, 147, 060901. 1.2 24

6531 Substrate Effects in Grapheneâ€•Based Electric Doubleâ€•Layer Capacitors: The Pivotal Interplays between
Ions and Solvents. ChemElectroChem, 2017, 4, 2966-2974. 1.7 10

6532 Effects of morphology, tension and vibration on wettability of graphene: A molecular dynamics study.
Computational Materials Science, 2017, 139, 216-224. 1.4 39

6533
Sampling Long- versus Short-Range Interactions Defines the Ability of Force Fields To Reproduce the
Dynamics of Intrinsically Disordered Proteins. Journal of Chemical Theory and Computation, 2017, 13,
3964-3974.

2.3 22

6534

<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML" id="mml56" display="inline"
overflow="scroll"
altimg="si19.gif"><mml:mi>m</mml:mi><mml:mi>s</mml:mi><mml:mn>2</mml:mn></mml:math>: A
molecular simulation tool for thermodynamic properties, release 3.0. Computer Physics
Communications, 2017, 221, 343-351.

3.0 70

6535 Dilution of whisky â€“ the molecular perspective. Scientific Reports, 2017, 7, 6489. 1.6 34

6536 Physicsâ€•based allâ€•atom modeling of <scp>RNA</scp> energetics and structure. Wiley Interdisciplinary
Reviews RNA, 2017, 8, e1422. 3.2 32

6537 A molecular dynamics study on the melamine aqueous solution. Journal of Molecular Liquids, 2017,
244, 182-188. 2.3 3

6538 Mg<sup>2+</sup>-Channel-Inspired Nanopores for Mg<sup>2+</sup>/Li<sup>+</sup> Separation: The
Effect of Coordination on the Ionic Hydration Microstructures. Langmuir, 2017, 33, 9201-9210. 1.6 38

6539 Computer simulation of thermal conductivity in vulcanized polyisoprene at variable strain and
temperature. Physical Review B, 2017, 96, . 1.1 16

6540 Molecular simulation of reverse osmosis for heavy metal ions using functionalized nanoporous
graphenes. Computational Materials Science, 2017, 139, 65-74. 1.4 71

6541 Solvent-coordinate free-energy landscape view of water-mediated ion-pair dissociation. Molecular
Physics, 2017, 115, 2987-2998. 0.8 5



356

Citation Report

# Article IF Citations

6542 Local structural fluctuations, hydrogen bonding and structural transitions in supercritical water.
Journal of Supercritical Fluids, 2017, 130, 156-164. 1.6 39

6543 Structure, Dynamics, and Electron Transfer of Azurin Bound to a Gold Electrode. Langmuir, 2017, 33,
9190-9200. 1.6 5

6544 Water and salt permeability of monolayer graph-n-yne: Molecular dynamics simulations. Carbon, 2017,
123, 688-694. 5.4 12

6545 How can we detect hydrogen bond local cooperativity in liquid water: A simulation study. Journal of
Molecular Liquids, 2017, 245, 140-146. 2.3 13

6546 Long Distance Modulation of Disorder-to-Order Transitions in Protein Allostery. Biochemistry, 2017,
56, 4478-4488. 1.2 12

6547
Polymyxin Binding to the Bacterial Outer Membrane Reveals Cation Displacement and Increasing
Membrane Curvature in Susceptible but Not in Resistant Lipopolysaccharide Chemotypes. Journal of
Chemical Information and Modeling, 2017, 57, 2181-2193.

2.5 54

6548 Fluid-driven metamorphism of the continental crust governed by nanoscale fluid flow. Nature
Geoscience, 2017, 10, 685-690. 5.4 97

6549 Development of reactive force fields using <i>ab initio</i> molecular dynamics simulation minimally
biased to experimental data. Journal of Chemical Physics, 2017, 147, 161719. 1.2 12

6550 Solvation by aqueous solutions of imidazole-based ionic liquids: 2- A comparison between alkyl and
alkoxy side-chains. Fluid Phase Equilibria, 2017, 451, 48-56. 1.4 6

6551 Combining Experimental and Simulation Techniques to Understand Morphology Control in
Pentapeptide Nanostructures. Journal of Physical Chemistry B, 2017, 121, 8155-8161. 1.2 6

6552 Mapping Putative B-Cell Zika Virus NS1 Epitopes Provides Molecular Basis for Anti-NS1 Antibody
Discrimination between Zika and Dengue Viruses. ACS Omega, 2017, 2, 3913-3920. 1.6 41

6553 The orientation and stability of the GPCR-Arrestin complex in a lipid bilayer. Scientific Reports, 2017, 7,
16985. 1.6 10

6554
Combined multi-level quantum mechanics theories and molecular mechanics study of water-induced
transition state of OH <sup>âˆ’</sup> +CO <sub>2</sub> reaction in aqueous solution. Chinese Physics
B, 2017, 26, 103401.

0.7 0

6555 Insights on the Role of Many-Body Polarization Effects in the Wetting of Graphitic Surfaces by Water.
Journal of Physical Chemistry C, 2017, 121, 28166-28179. 1.5 46

6556 Effect of Water Interactions on Polyvinylamine at Different pHs for Membrane Gas Separation. ACS
Omega, 2017, 2, 8388-8400. 1.6 25

6557 Removing the barrier to the calculation of activation energies: Diffusion coefficients and
reorientation times in liquid water. Journal of Chemical Physics, 2017, 147, 134103. 1.2 29

6558 Ab Initio Simulations of Water Dynamics in Aqueous TMAO Solutions: Temperature and Concentration
Effects. Journal of Physical Chemistry B, 2017, 121, 11189-11197. 1.2 24

6559 Desalination by dragging water using a low-energy nano-mechanical device of porous graphene. RSC
Advances, 2017, 7, 53729-53739. 1.7 1



357

Citation Report

# Article IF Citations

6560 Water-anion hydrogen bonding dynamics: Ultrafast IR experiments and simulations. Journal of
Chemical Physics, 2017, 146, 234501. 1.2 38

6561 Nanopore wall-liquid interaction under scope of molecular dynamics study: Review. AIP Conference
Proceedings, 2017, , . 0.3 1

6562 A molecular Debye-HÃ¼ckel theory of solvation in polar fluids: An extension of the Born model.
Journal of Chemical Physics, 2017, 147, 214502. 1.2 2

6563 Ionic Solution: What Goes Right and Wrong with Continuum Solvation Modeling. Journal of Physical
Chemistry B, 2017, 121, 11169-11179. 1.2 9

6564 Towards a dissociative SPC-like water model â€“ probing the impact of intramolecular Coulombic
contributions. Physical Chemistry Chemical Physics, 2017, 19, 31910-31920. 1.3 15

6565 Molecular insights into the enhanced rate of CO2 absorption to produce bicarbonate in aqueous
2-amino-2-methyl-1-propanol. Physical Chemistry Chemical Physics, 2017, 19, 32116-32124. 1.3 16

6566 Improved Solution-State Properties of Monoclonal Antibodies by Targeted Mutations. Journal of
Physical Chemistry B, 2017, 121, 10818-10827. 1.2 25

6567 Building better water models using the shape of the charge distribution of a water molecule. Journal
of Chemical Physics, 2017, 147, 194103. 1.2 3

6568 Evaluating Force-Field London Dispersion Coefficients Using the Exchange-Hole Dipole Moment Model.
Journal of Chemical Theory and Computation, 2017, 13, 6146-6157. 2.3 40

6569 Friction at Ice-I<sub>h</sub>/Water Interfaces Is Governed by Solid/Liquid Hydrogen-Bonding. Journal
of Physical Chemistry C, 2017, 121, 26764-26776. 1.5 12

6570 Understanding Translationalâ€“Rotational Coupling in Liquid Water through Changes in Mass
Distribution. Journal of Physical Chemistry B, 2017, 121, 11344-11355. 1.2 4

6571 New Force Field Model for Propylene Glycol: Insight to Local Structure and Dynamics. Journal of
Physical Chemistry B, 2017, 121, 10906-10921. 1.2 24

6572 Influences of lone-pair electrons on directionality of hydrogen bonds formed by hydrophilic amino
acid side chains in molecular dynamics simulation. Scientific Reports, 2017, 7, 15859. 1.6 18

6573 Understanding the Aqueous Stability and Filtration Capability of MoS<sub>2</sub> Membranes. Nano
Letters, 2017, 17, 7289-7298. 4.5 283

6574 Water liquid-vapor interface subjected to various electric fields: A molecular dynamics study. Journal
of Chemical Physics, 2017, 147, 204701. 1.2 18

6575 Structural and dynamical characterization of the pH-dependence of the pectin methylesteraseâ€“pectin
methylesterase inhibitor complex. Journal of Biological Chemistry, 2017, 292, 21538-21547. 1.6 19

6576 Perturbation theory for water with an associating reference fluid. Physical Review E, 2017, 96, 052602. 0.8 13

6577 Swelling Pressure in Systems with Na-Montmorillonite and Neutral Surfaces: A Molecular Dynamics
Study. Journal of Physical Chemistry C, 2017, 121, 26414-26423. 1.5 34



358

Citation Report

# Article IF Citations

6578 Neural Network Based Prediction of Conformational Free Energies - A New Route toward
Coarse-Grained Simulation Models. Journal of Chemical Theory and Computation, 2017, 13, 6213-6221. 2.3 36

6579 Functions of Nanoparticles and Surfactants in Enhanced Oil Recovery: Molecular Dynamics Studies. ,
2017, , . 1

6580 A coarse-grained polarizable force field for the ionic liquid 1-butyl-3-methylimidazolium
hexafluorophosphate. Journal of Physics Condensed Matter, 2017, 29, 504004. 0.7 16

6581 Going beyond the standard line tension: Size-dependent contact angles of water nanodroplets.
Journal of Chemical Physics, 2017, 147, 174701. 1.2 51

6582 Self-Avoiding Conformational Sampling Based on Histories of Past Conformational Searches. Journal
of Chemical Information and Modeling, 2017, 57, 3070-3078. 2.5 7

6583 Hydrophobic Solvation of Gases (CO<sub>2</sub>, CH<sub>4</sub>, H<sub>2</sub>, Noble Gases) in
Clay Interlayer Nanopores. Journal of Physical Chemistry C, 2017, 121, 26539-26550. 1.5 52

6584 Hydration of ironâ€“porphyrins: <i>ab initio</i> quantum mechanical charge field molecular dynamics
simulation study. Physical Chemistry Chemical Physics, 2017, 19, 30822-30833. 1.3 3

6585 What Happens to Permeability at the Nanoscale? A Molecular Dynamics Simulation Study. , 2017, , . 10

6586 Structural and Dynamical Properties of Alkaline Earth Metal Halides in Supercritical Water: Effect of
Ion Size and Concentration. Journal of Physical Chemistry B, 2017, 121, 10543-10555. 1.2 10

6587 Dielectric properties of pyridine derivative-water clusters: Molecular dynamics simulation. Journal of
Molecular Liquids, 2017, 241, 984-991. 2.3 6

6588 Molecular dynamics simulation of single pulse discharge process: clarifying the function of pressure
generated inside the melting area in EDM. Molecular Simulation, 2017, 43, 935-944. 0.9 10

6589 Decoupled side chain and backbone dynamics for proton translocation â€“ M2 of influenza A. Journal of
Molecular Modeling, 2017, 23, 212. 0.8 1

6590
Understanding the Roles of Solution Chemistries and Functionalization on the Aggregation of
Graphene-Based Nanomaterials Using Molecular Dynamic Simulations. Journal of Physical Chemistry C,
2017, 121, 13888-13897.

1.5 24

6591 Molecular Theory of Hydration at Different Temperatures. Journal of Physical Chemistry B, 2017, 121,
6898-6908. 1.2 9

6592 Changes in the hydration structure of imidazole upon protonation: Neutron scattering and
molecular simulations. Journal of Chemical Physics, 2017, 146, . 1.2 14

6593 Anisotropic diffusion of water molecules in hydroxyapatite nanopores. Physics and Chemistry of
Minerals, 2017, 44, 509-519. 0.3 13

6594 Nature of H-bonds in water vapor. Journal of Molecular Liquids, 2017, 242, 175-180. 2.3 7

6595 Molecular origin of urea driven hydrophobic polymer collapse and unfolding depending on side chain
chemistry. Physical Chemistry Chemical Physics, 2017, 19, 18156-18161. 1.3 37



359

Citation Report

# Article IF Citations

6596 Stability of Hydrated Clay Layers from Molecular Simulations. , 2017, , . 2

6597 Molecular dynamics simulation of decomposition and thermal conductivity of methane hydrate in
porous media. Chinese Physics B, 2017, 26, 073101. 0.7 14

6598 Wetting kinetics of nanodroplets on lyophilic nanopillar-arrayed surfaces: A molecular dynamics
study. Chemical Physics Letters, 2017, 685, 27-33. 1.2 18

6599
Evaluating Force Field Performance in Thermodynamic Calculations of Cyclodextrin Hostâ€“Guest
Binding: Water Models, Partial Charges, and Host Force Field Parameters. Journal of Chemical Theory
and Computation, 2017, 13, 4253-4269.

2.3 51

6600 Phase and interface determination in computer simulations of liquid mixtures with high partial
miscibility. Physical Chemistry Chemical Physics, 2017, 19, 18968-18974. 1.3 11

6601 Microscopic dynamics of charge separation at the aqueous electrochemical interface. Proceedings of
the National Academy of Sciences of the United States of America, 2017, 114, 13374-13379. 3.3 28

6602 Understanding Penetration Behavior of Microemulsions Into Shale Nanopores. , 2017, , . 4

6603 Coupled Valence-Bond State Molecular Dynamics Description of an Enzyme-Catalyzed Reaction in a
Non-Aqueous Organic Solvent. Journal of Physical Chemistry B, 2017, 121, 7027-7041. 1.2 11

6604 Adsorption Behavior and Mechanism of SCA-1 on a Calcite Surface: A Molecular Dynamics Study.
Langmuir, 2017, 33, 11321-11331. 1.6 11

6605 Weak nanoscale chaos and anomalous relaxation in DNA. Physical Review E, 2017, 95, 062417. 0.8 3

6606 Multilayer Two-Dimensional Water Structure Confined in MoS<sub>2</sub>. Journal of Physical
Chemistry C, 2017, 121, 16021-16028. 1.5 35

6607 Complex Formations between Surfactants and Polyelectrolytes of the Same Charge on a Water
Surface. Langmuir, 2017, 33, 7940-7946. 1.6 20

6608 Self-intermediate scattering function analysis of supercooled water confined in hydrophilic silica
nanopores. Journal of Chemical Physics, 2017, 146, 214501. 1.2 20

6609 Structural effects on dynamic and energetic properties of mixtures of ionic liquids and water.
Journal of Molecular Liquids, 2017, 242, 204-212. 2.3 19

6610
Follicle-stimulating hormone encapsulation in the cholesterol-modified chitosan nanoparticles via
molecular dynamics simulations and binding free energy calculations. European Journal of
Pharmaceutical Sciences, 2017, 107, 126-137.

1.9 25

6611 Investigation of methane adsorption on chlorite by grand canonical Monte Carlo simulations.
Petroleum Science, 2017, 14, 37-49. 2.4 26

6612
A molecular dynamics investigation into the adsorption behavior inside {001} kaolinite and {1014}
calcite nano-scale channels: the case with confined hydrocarbon liquid, acid gases, and water.
Applied Nanoscience (Switzerland), 2017, 7, 155-165.

1.6 30

6613 Coarse-Grained Models of Aqueous and Pure Liquid Alkanes. Journal of Chemical Theory and
Computation, 2017, 13, 3846-3853. 2.3 15



360

Citation Report

# Article IF Citations

6614 Nonzero Ideal Gas Contribution to the Surface Tension of Water. Journal of Physical Chemistry
Letters, 2017, 8, 2608-2612. 2.1 16

6615 Molecular Insight into the Adsorption of Spruce Budworm Antifreeze Protein to an Ice Surface: A
Clathrate-Mediated Recognition Mechanism. Langmuir, 2017, 33, 7202-7214. 1.6 40

6616 Trichoderma virens Î²-glucosidase I (BGLI) gene; expression in Saccharomyces cerevisiae including
docking and molecular dynamics studies. BMC Microbiology, 2017, 17, 137. 1.3 11

6617 Structural-dynamic properties of infinitely dilute ionic liquidâ€“nonpolar compound systems. Russian
Journal of Inorganic Chemistry, 2017, 62, 462-467. 0.3 3

6618 A Coarse-Grained Force Field Parameterized for MgCl<sub>2</sub> and CaCl<sub>2</sub> Aqueous
Solutions. Journal of Chemical Information and Modeling, 2017, 57, 1599-1608. 2.5 10

6619 Effect of Monovalent Ion Parameters on Molecular Dynamics Simulations of G-Quadruplexes. Journal
of Chemical Theory and Computation, 2017, 13, 3911-3926. 2.3 50

6620 Miscibility and Thermodynamics of Mixing of Different Models of Formamide and Water in Computer
Simulation. Journal of Physical Chemistry B, 2017, 121, 7147-7155. 1.2 13

6621
A comparative study of hydrogen bonding structure and dynamics in aqueous urea solution of amides
with varying hydrophobicity: Effect of addition of trimethylamine N -oxide (TMAO). Journal of
Molecular Liquids, 2017, 242, 70-81.

2.3 8

6622 The excess proton at the air-water interface: The role of instantaneous liquid interfaces. Journal of
Chemical Physics, 2017, 146, 244703. 1.2 42

6623 Using polarizable POSSIM force field and fuzzyâ€•border continuum solvent model to calculate
p<i>K</i><sub>a</sub> shifts of protein residues. Journal of Computational Chemistry, 2017, 38, 65-80. 1.5 3

6624
On the fly estimation of hostâ€“guest binding free energies using the movable type method:
participation in the SAMPL5 blind challenge. Journal of Computer-Aided Molecular Design, 2017, 31,
47-60.

1.3 13

6625 Crystal Structure of the DFNKF Segment of Human Calcitonin Unveils Aromatic Interactions between
Phenylalanines. Chemistry - A European Journal, 2017, 23, 2051-2058. 1.7 28

6626 Deciphering the Multisite Interactions of a Protein and Its Ligand at Atomic Resolution by Using
Sensitive Paramagnetic Effects. Chemistry - A European Journal, 2017, 23, 926-934. 1.7 1

6627 Molecular Dynamics Simulations. Topics in Applied Physics, 2017, , 355-414. 0.4 6

6628 Multipole moments of water molecules and the aqueous solvation of monovalent ions. Journal of
Molecular Liquids, 2017, 228, 54-62. 2.3 12

6629 Essential dynamics of the cold denaturation: pressure and temperature effects in yeast frataxin.
Proteins: Structure, Function and Bioinformatics, 2017, 85, 125-136. 1.5 11

6630 Cluster formation of NaCl in bulk solutions: Arithmetic vs. geometric combination rules. Journal of
Molecular Liquids, 2017, 228, 63-70. 2.3 26

6631 Experimental and theoretical investigation of new furan and thiophene derivatives containing
oxazole, isoxazole, or isothiazole subunits. Structural Chemistry, 2017, 28, 773-790. 1.0 16



361

Citation Report

# Article IF Citations

6632 Ultra-stable aqueous foams with multilayer films stabilized by 1-dodecanol, sodium dodecyl sulfonate
and polyvinyl alcohol. Chemical Engineering Science, 2017, 160, 72-79. 1.9 13

6633 Formation of surface nanobubbles on nanostructured substrates. Nanoscale, 2017, 9, 1078-1086. 2.8 44

6634 On the hydrogen-bond network and the non-Arrhenius transport properties of water. Journal of
Physics Condensed Matter, 2017, 29, 015101. 0.7 28

6635 Film tension of liquid nano-film from molecular modeling. International Journal of Modern Physics B,
2017, 31, 1750016. 1.0 6

6636
High-Resolution Coarse-Grained Model of Hydrated Anion-Exchange Membranes that Accounts for
Hydrophobic and Ionic Interactions through Short-Ranged Potentials. Journal of Chemical Theory and
Computation, 2017, 13, 245-264.

2.3 31

6637 Advances in Molecular Modeling of Nanoparticleâ€“Nucleic Acid Interfaces. Bioconjugate Chemistry,
2017, 28, 3-10. 1.8 25

6638 Electrostatics-mediated Î±-chymotrypsin inhibition by functionalized single-walled carbon nanotubes.
Physical Chemistry Chemical Physics, 2017, 19, 986-995. 1.3 35

6639
On the resolution of constant isosteric heat of propylene adsorption on graphite in the
sub-monolayer coverage region. Colloids and Surfaces A: Physicochemical and Engineering Aspects,
2017, 512, 101-110.

2.3 3

6640 A Robust Algorithm for Contact Angle and Interface Detection of Water and Argon Droplets. Heat
Transfer Engineering, 2017, 38, 1343-1353. 1.2 4

6641
Rational design of thermostability in bacterial 1,3-1,4-Î²-glucanases through spatial
compartmentalization of mutational hotspots. Applied Microbiology and Biotechnology, 2017, 101,
1085-1097.

1.7 27

6642 Monte Carlo simulation of salt effect on water structure through 3D mechanistic potentials. Physics
and Chemistry of Liquids, 2017, 55, 506-521. 0.4 0

6643
Comparison of 9 classical interaction potentials of liquid water: Simultaneous Reverse Monte Carlo
modeling of X-ray and neutron diffraction results and partial radial distribution functions from
computer simulations. Journal of Molecular Liquids, 2017, 228, 19-24.

2.3 11

6644 Conformation evolution of oil contaminants onto aluminum oxide surface in aqueous solution: The
effect of surface coverage. Applied Surface Science, 2017, 392, 747-759. 3.1 6

6645 Carbon nanotubes as adsorbents for uranyl ions from aqueous solutions: A molecular dynamics
study. Journal of Molecular Liquids, 2017, 228, 208-214. 2.3 15

6646 Advances in <scp>RNA</scp> molecular dynamics: a simulator's guide to <scp>RNA</scp> force fields.
Wiley Interdisciplinary Reviews RNA, 2017, 8, e1396. 3.2 47

6647 A green process for recovery of 1-propanol/2-propanol from their aqueous solutions: Experimental
and MD simulation studies. Journal of Chemical Thermodynamics, 2017, 105, 76-85. 1.0 8

6649 Correlation Between Interfacial Water Properties and Hydrodynamic Boundary Conditions. Springer
Theses, 2017, , 21-35. 0.0 0

6650 The Role of Thin and Mobile Electric Double Layer in Water Purification and Energy Storage. Springer
Theses, 2017, , 37-51. 0.0 0



362

Citation Report

# Article IF Citations

6651 Water and Methane in Shale Rocks: Flow Pattern Effects on Fluid Transport and Pore Structure.
Springer Theses, 2017, , 53-64. 0.0 3

6653
Molecular dynamics study of stability and disintegration of long rod-like micelles:
Dodecyltrimethylammonium chloride in solutions of hydroxybenzoates. Journal of Molecular
Liquids, 2017, 228, 150-159.

2.3 3

6654 Electrocoalescence behavior of two identical droplets with various droplet radii. Applied Thermal
Engineering, 2017, 111, 1464-1469. 3.0 39

6655 Diffusion and hydration of oxygen confined in Fe(OH) 2 nano-cracks at high temperatures. Journal of
Supercritical Fluids, 2017, 120, 345-354. 1.6 3

6656 PGLa-H tandem-repeat peptides active against multidrug resistant clinical bacterial isolates. Biochimica
Et Biophysica Acta - Biomembranes, 2017, 1859, 228-237. 1.4 23

6657 A theoretical study on aminoacid-based ionic liquids with acid gases and water. Journal of Molecular
Liquids, 2017, 225, 347-356. 2.3 10

6658 Multiscale molecular simulations of the formation and structure of polyamide membranes created by
interfacial polymerization. Journal of Membrane Science, 2017, 527, 180-190. 4.1 77

6659 Interaction of anticancer drug doxorubicin with sodium oleate bilayer: Insights from molecular
dynamics simulations. Journal of Molecular Liquids, 2017, 235, 31-43. 2.3 4

6660 Molecular investigation of water adsorption on MoS 2 and graphene surfaces. Journal of Molecular
Liquids, 2017, 225, 1-10. 2.3 14

6661 Catalytic efficiency and thermostability improvement of Suc2 invertase through rational site-directed
mutagenesis. Enzyme and Microbial Technology, 2017, 96, 14-22. 1.6 13

6662 Molecular dynamics for ion-tuned wettability in oil/brine/rock systems. AIP Advances, 2017, 7, . 0.6 16

6663 Preferential solvation, ion pairing, and dynamics of concentrated aqueous solutions of divalent
metal nitrate salts. Journal of Chemical Physics, 2017, 147, 244503. 1.2 22

6664 External Potential Modifies Friction of Molecular Solutes in Water. Physical Review X, 2017, 7, . 2.8 48

6665 High precision determination of the melting points of water TIP4P/2005 and water TIP4P/Ice models by
the direct coexistence technique. Journal of Chemical Physics, 2017, 147, 244506. 1.2 60

6666 Communication: Relationship between local structure and the stability of water in hydrophobic
confinement. Journal of Chemical Physics, 2017, 147, 241102. 1.2 13

6667 Drug-Triggered Self-Assembly of Linear Polymer into Nanoparticles for Simultaneous Delivery of
Hydrophobic and Hydrophilic Drugs in Breast Cancer Cells. ACS Omega, 2017, 2, 8730-8740. 1.6 13

6668 Quantifying the Relationship between Single-Molecule Probes and Subunit Rotation in the Ribosome.
Biophysical Journal, 2017, 113, 2777-2786. 0.2 15

6669 Experimental and Molecular Dynamics Investigation Proves That Montmorillonite Traps the Biogenic
Amines Histamine and Tyramine. Journal of Physical Chemistry C, 2017, 121, 27493-27503. 1.5 6



363

Citation Report

# Article IF Citations

6670 Adsorption and conformations of lysozyme and <i>Î±</i>-lactalbumin at a water-octane interface.
Journal of Chemical Physics, 2017, 147, 195101. 1.2 18

6671 The role of Zn2+, dimerization and N-glycosylation in the interaction of Auxin-Binding Protein 1 (ABP1)
with different auxins. Glycobiology, 2017, 27, 1109-1119. 1.3 4

6672 Seeing real-space dynamics of liquid water through inelastic x-ray scattering. Science Advances, 2017,
3, e1603079. 4.7 53

6673 From classical to quantum and back: Hamiltonian adaptive resolution path integral, ring polymer, and
centroid molecular dynamics. Journal of Chemical Physics, 2017, 147, 244104. 1.2 13

6674 Communication: Predicting virial coefficients and alchemical transformations by extrapolating
Mayer-sampling Monte Carlo simulations. Journal of Chemical Physics, 2017, 147, 231102. 1.2 9

6675 The Structure of Water and Aqueous Systems. Experimental Methods in the Physical Sciences, 2017, 49,
135-211. 0.1 8

6676
Extraction of the solid-liquid friction coefficient between a water-methanol liquid mixture and a
non-polar solid crystal surface by Green-Kubo equations. Mechanical Engineering Letters, 2017, 3,
17-00422-17-00422.

0.2 8

6677 Effect of Water in Trasnport and Storage of Non-Aqueous Species in Kerogen. , 2017, , . 0

6678 Computer simulations of alkali-acetate solutions: Accuracy of the forcefields in difference
concentrations. Journal of Chemical Physics, 2017, 147, 194102. 1.2 9

6679 Influences of ambient temperature, charge density on wettability properties of monolayer
MoS&lt;inf&gt;2&lt;/inf&gt; films. , 2017, , . 2

6680 Critical electric-field strength for anisotropic spinodal decomposition of water. Technical Physics
Letters, 2017, 43, 736-738. 0.2 0

6681 Salting-in/Salting-out Mechanism of Carbon Dioxide in Aqueous Electrolyte Solutions. Chinese
Journal of Chemical Physics, 2017, 30, 811-816. 0.6 5

6682 Studies on Interfacial Properties of Electric Double Layer Capacitors in Aqueous Electrolytes by
Molecular Dynamics Simulations. Journal of Computer Chemistry Japan, 2017, 16, 112-115. 0.0 0

6683 Na-Montmorillonite Edge Structure and Surface Complexes: An Atomistic Perspective. Minerals (Basel,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 222 Td (Switzerland), 2017, 7, 78.0.8 17

6684 Serum Albumin Binding and Esterase Activity: Mechanistic Interactions with Organophosphates.
Molecules, 2017, 22, 1201. 1.7 60

6685 Molecular Dynamics Simulation Reveals Specific Interaction Sites between Scorpion Toxins and Kv1.2
Channel: Implications for Design of Highly Selective Drugs. Toxins, 2017, 9, 354. 1.5 4

6687 Effective potentials of Hofmeister salts in aqueous solution. Journal of Physics: Conference Series,
2017, 792, 012100. 0.3 0

6688
Molecular Dynamics Simulations of Hydroxyapatite Nanopores in Contact with Electrolyte Solutions:
The Effect of Nanoconfinement and Solvated Ions on the Surface Reactivity and the Structural,
Dynamical, and Vibrational Properties of Water. Crystals, 2017, 7, 57.

1.0 19



364

Citation Report

# Article IF Citations

6689 Strength of Alkaneâ€“Fluid Attraction Determines the Interfacial Orientation of Liquid Alkanes and
Their Crystallization through Heterogeneous or Homogeneous Mechanisms. Crystals, 2017, 7, 86. 1.0 30

6690 In Silico Approaches to Structure and Function of Cell Components and Their Assemblies: Molecular
Electrostatics and Solvent Effects â˜†. , 2017, , . 0

6691
Structure and Dynamics of Confined C-O-H Fluids Relevant to the Subsurface: Application of Magnetic
Resonance, Neutron Scattering, and Molecular Dynamics Simulations. Frontiers in Earth Science, 2017,
5, .

0.8 25

6692 Temperature Effects on Tensile and Compressive Mechanical Behaviors of C-S-H Structure via Atomic
Simulation. Journal of Nanomaterials, 2017, 2017, 1-6. 1.5 24

6693 Expression, Docking, and Molecular Dynamics of Endo-<i>Î²</i>-1,4-xylanase I Gene of<i>Trichoderma
virens</i>in<i>Pichia stipitis</i>. BioMed Research International, 2017, 2017, 1-11. 0.9 4

6694 Structural and dynamical insight into thermally induced functional inactivation of firefly luciferase.
PLoS ONE, 2017, 12, e0180667. 1.1 9

6695 Sequence dependency of canonical base pair opening in the DNA double helix. PLoS Computational
Biology, 2017, 13, e1005463. 1.5 31

6696 Molecular Dynamics Simulation of Adsorption and Replacement of Methane in Kerogen Micropores.
Journal of the Japan Petroleum Institute, 2017, 60, 248-255. 0.4 1

6697 Bentonite buffer. , 2017, , 319-364. 3

6698 Slow Dynamics and Structure of Supercooled Water in Confinement. Entropy, 2017, 19, 185. 1.1 5

6699 A Nonâ€•Polarizable Threeâ€•Site Water Model Reproduces the Density Anomaly of the Liquid.
ChemistrySelect, 2018, 3, 2017-2020. 0.7 1

6700 Applicability of effective fragment potential version 2 â€“ Molecular dynamics (EFP2-MD) simulations
for predicting excess properties of mixed solvents. Chemical Physics Letters, 2018, 694, 82-85. 1.2 4

6701 Cosolvent Effects on Polymer Hydration Drive Hydrophobic Collapse. Journal of Physical Chemistry B,
2018, 122, 3587-3595. 1.2 28

6702 Interstitial Voids and Resultant Density of Liquid Water: A First-Principles Molecular Dynamics Study.
ACS Omega, 2018, 3, 2010-2017. 1.6 23

6703 B-spline tight frame based force matching method. Journal of Computational Physics, 2018, 362, 208-219. 1.9 11

6704 Magnetic field effect on the structural properties of a peptide model: Molecular dynamics simulation
study. Journal of Molecular Structure, 2018, 1161, 393-402. 1.8 3

6705
Enhanced Sampling of Molecular Dynamics Simulations of a Polyalanine Octapeptide: Effects of the
Periodic Boundary Conditions on Peptide Conformation. Journal of Physical Chemistry B, 2018, 122,
2495-2503.

1.2 20

6706 Transferable Coarse-Grained Models of Liquidâ€“Liquid Equilibrium Using Local Density Potentials
Optimized with the Relative Entropy. Journal of Physical Chemistry B, 2018, 122, 5678-5693. 1.2 57



365

Citation Report

# Article IF Citations

6707 Sequential electron transfer governs the UV-induced self-repair of DNA photolesions. Chemical
Science, 2018, 9, 3131-3140. 3.7 27

6708 Topological Line Defects Around Graphene Nanopores for DNA Sequencing. Journal of Physical
Chemistry C, 2018, 122, 7094-7099. 1.5 24

6709 Calcium ions in aqueous solutions: Accurate force field description aided by <i>ab initio</i>
molecular dynamics and neutron scattering. Journal of Chemical Physics, 2018, 148, 222813. 1.2 75

6710
Optimum Number of Anchored Clathrate Water and Its Instantaneous Fluctuations Dictate Ice Plane
Recognition Specificities of Insect Antifreeze Protein. Journal of Physical Chemistry B, 2018, 122,
3056-3067.

1.2 30

6711 Effect of CO<sub>2</sub> on the Interfacial and Transport Properties of Water/Binary and
Asphaltenic Oils: Insights from Molecular Dynamics. Energy &amp; Fuels, 2018, 32, 5409-5417. 2.5 39

6712 Catalytic Effect of Aqueous Solution in Water-Assisted Proton-Transfer Mechanism of 8-Hydroxy
Guanine Radical. Journal of Physical Chemistry B, 2018, 122, 3124-3132. 1.2 5

6713 Mechanism of proteinâ€“RNA recognition: analysis based on the statistical mechanics of hydration.
Physical Chemistry Chemical Physics, 2018, 20, 9167-9180. 1.3 12

6714 SSAGES: Software Suite for Advanced General Ensemble Simulations. Journal of Chemical Physics,
2018, 148, 044104. 1.2 83

6715 Adsorptive separation of carbon dioxide from flue gas using mesoporous MCM-41: A molecular
simulation study. Korean Journal of Chemical Engineering, 2018, 35, 535-547. 1.2 15

6716 Permeability and ammonia selectivity in aquaporin TIP2;1: linking structure to function. Scientific
Reports, 2018, 8, 2995. 1.6 24

6717 The influence of polarizability and charge transfer on specific ion effects in the dynamics of aqueous
salt solutions. Journal of Chemical Physics, 2018, 148, 222803. 1.2 22

6718 Force fields for monovalent and divalent metal cations in TIP3P water based on thermodynamic and
kinetic properties. Journal of Chemical Physics, 2018, 148, 074504. 1.2 76

6719 Water Diffusion Mechanism in Carbon Nanotube and Polyamide Nanocomposite Reverse Osmosis
Membranes: A Possible Percolation-Hopping Mechanism. Physical Review Applied, 2018, 9, . 1.5 23

6720 Water entrapment and structure ordering as protection mechanisms for protein structural
preservation. Journal of Chemical Physics, 2018, 148, 055102. 1.2 16

6721 Solvent-enabled control of reactivity for liquid-phase reactions of biomass-derived compounds.
Nature Catalysis, 2018, 1, 199-207. 16.1 211

6722 Facilitated Water Transport through Graphene Oxide Membranes Functionalized with
Aquaporinâ€•Mimicking Peptides. Advanced Materials, 2018, 30, e1705944. 11.1 46

6723 The optical properties of adenine cation in different oligonucleotides: a PCM/TD-DFT study.
Theoretical Chemistry Accounts, 2018, 137, 1. 0.5 3

6724
Dynamics, Aggregation, and Interfacial Properties of the Partially Hydrolyzed Polyacrylamide Polymer
for Enhanced Oil Recovery Applications: Insights from Molecular Dynamics Simulations. Energy &amp;
Fuels, 2018, 32, 3335-3343.

2.5 48



366

Citation Report

# Article IF Citations

6725 Evaluating the Laplace pressure of water nanodroplets from simulations. Journal of Physics
Condensed Matter, 2018, 30, 144005. 0.7 15

6726 Mixture Equation of State for Water with an Associating Reference Fluid. Industrial &amp;
Engineering Chemistry Research, 2018, 57, 4070-4080. 1.8 11

6727 <i>In Silico</i> Measurement of Elastic Moduli of Nematic Liquid Crystals. Physical Review Letters,
2018, 120, 107801. 2.9 16

6728 Investigation on the Wetting Behavior of 3C-SiC Surfaces: Theory and Modeling. Journal of Physical
Chemistry C, 2018, 122, 7179-7186. 1.5 22

6729 Hydrophobic Collapse in N-Methylacetamideâ€“Water Mixtures. Journal of Physical Chemistry A, 2018,
122, 2468-2478. 1.1 23

6730 Influence of Counterions on the Hydration Structure of Lanthanide Ions in Dilute Aqueous
Solutions. Journal of Physical Chemistry B, 2018, 122, 2779-2791. 1.2 37

6731
Water-Stable Metalâ€“Organic Framework with Three Hydrogen-Bond Acceptors: Versatile Theoretical
and Experimental Insights into Adsorption Ability and Thermo-Hydrolytic Stability. Inorganic
Chemistry, 2018, 57, 3287-3296.

1.9 16

6732 Molecular Dynamics Study of the Solution Structure, Clustering, and Diffusion of Four Aqueous
Alkanolamines. Journal of Physical Chemistry B, 2018, 122, 2769-2778. 1.2 17

6733 Thermophoretically driven water droplets on graphene and boron nitride surfaces. Nanotechnology,
2018, 29, 215401. 1.3 16

6734 Mechanisms of the Diffusion of Nonpolar Substances in a Hydrophilic Ionic Liquid. Russian Journal of
Physical Chemistry A, 2018, 92, 37-41. 0.1 1

6735 Atomistic simulations of corrosion related species in nano-cracks. Corrosion Science, 2018, 135,
255-262. 3.0 4

6736 Gibbs Adsorption Impact on a Nanodroplet Shape: Modification of Youngâ€“Laplace Equation. Journal of
Physical Chemistry B, 2018, 122, 3176-3183. 1.2 15

6737 Water-separated ion pairs cause the slow dielectric mode of magnesium sulfate solutions. Journal of
Chemical Physics, 2018, 148, 222812. 1.2 22

6738 Specific Cation Effects on SCN<sup>â€“</sup> in Bulk Solution and at the Airâ€“Water Interface. Journal
of Physical Chemistry B, 2018, 122, 5094-5105. 1.2 24

6739
Computational and Experimental Investigations of the Role of Water and Alcohols in the Desorption
of Heterocyclic Aromatic Compounds from Kaolinite in Toluene. Journal of Physical Chemistry C, 2018,
122, 10377-10391.

1.5 4

6740 Molecular Dynamics Investigation of the Dielectric Decrement of Ion Solutions. ChemElectroChem,
2018, 5, 1444-1450. 1.7 13

6741 A scale-up nanoporous membrane centrifuge for reverse osmosis desalination without fouling.
Technology, 2018, 06, 36-48. 1.4 14

6742
Ozone storage capacity in clathrate hydrates formed by O<sub>3</sub>+ O<sub>2</sub>+
N<sub>2</sub>+ CO<sub>2</sub>gas mixtures. Physical Chemistry Chemical Physics, 2018, 20,
12637-12641.

1.3 37



367

Citation Report

# Article IF Citations

6743 Sparse sampling of water density fluctuations near liquid-vapor coexistence. Molecular Simulation,
2018, 44, 1124-1135. 0.9 9

6744 Comparison of single-ion molecular dynamics in common solvents. Journal of Chemical Physics, 2018,
148, 222821. 1.2 5

6745 Machine learning approaches to evaluate correlation patterns in allosteric signaling: A case study of
the PDZ2 domain. Journal of Chemical Physics, 2018, 148, 241726. 1.2 14

6746 The simulation of the capturing of sodium ions in a monolayer consisting of polythiophene
functionalised with crown ether side chains. Journal of Molecular Liquids, 2018, 263, 316-323. 2.3 1

6747
Interplay between Polarizability and Hydrogen Bond Network of Water: Reparametrizing the Flexible
Single-Point-Charge Water Model by the Nonlinear Adaptive Force Matching Approach. Journal of
Physical Chemistry A, 2018, 122, 4654-4662.

1.1 10

6748 Effects of Urea and TMAO on Lipid Self-Assembly under Osmotic Stress Conditions. Journal of Physical
Chemistry B, 2018, 122, 6471-6482. 1.2 34

6749 TFE-induced local unfolding and fibrillation of SOD1: bridging the experiment and simulation studies.
Biochemical Journal, 2018, 475, 1701-1719. 1.7 24

6750 Investigation of Double Layer Expansion in Low-Salinity Waterflooding: Molecular Simulation Study. ,
2018, , . 11

6751 On the electrophoretic mobilities of partiallyÂ charged oligosaccharides as a function of charge
patterning and degree of polymerization. Electrophoresis, 2018, 39, 1497-1503. 1.3 2

6752 Blue Energy and Desalination with Nanoporous Carbon Electrodes: Capacitance from Molecular
Simulations to Continuous Models. Physical Review X, 2018, 8, . 2.8 23

6753 Influence of various force fields in estimating the binding affinity of acetylcholinesterase inhibitors
using fast pulling of ligand scheme. Chemical Physics Letters, 2018, 701, 65-71. 1.2 12

6754 Comparing Classical Water Models Using Molecular Dynamics To Find Bulk Properties. Journal of
Chemical Education, 2018, 95, 888-894. 1.1 16

6755 The effect of the condensed-phase environment on the vibrational frequency shift of a hydrogen
molecule inside clathrate hydrates. Journal of Chemical Physics, 2018, 148, 144304. 1.2 16

6756 Comparison of Linear and Branched Molecular Structures of Two Fluorocarbon Organosilane
Surfactants for the Alteration of Sandstone Wettability. Energy &amp; Fuels, 2018, 32, 5701-5710. 2.5 13

6757 A Four-Site Molecular Model for Simulations of Liquid Methanol and Waterâ€“Methanol Mixtures:
MeOH-4P. Journal of Chemical Theory and Computation, 2018, 14, 2526-2537. 2.3 10

6758 A Kirkwood-Buff derived force field for alkaline earth halide salts. Journal of Chemical Physics, 2018,
148, 222828. 1.2 21

6759 Potential energy landscape of TIP4P/2005 water. Journal of Chemical Physics, 2018, 148, 134505. 1.2 32

6760 Solvent effects and potential of mean force study of the S <sub>N</sub> 2 reaction of CH
<sub>3</sub> +CN <sup>âˆ’</sup> in water. Chinese Physics B, 2018, 27, 033401. 0.7 5



368

Citation Report

# Article IF Citations

6761 Î²1 subunit stabilises sodium channel Nav1.7 against mechanical stress. Journal of Physiology, 2018, 596,
2433-2445. 1.3 16

6762 Surface Charge Effects on Fe(II) Sorption and Oxidation at (110) Goethite Surfaces. Journal of Physical
Chemistry C, 2018, 122, 10059-10066. 1.5 10

6763 Reversible Hydrophobicityâ€“Hydrophilicity Transition Modulated by Surface Curvature. Journal of
Physical Chemistry Letters, 2018, 9, 2346-2352. 2.1 22

6764 Phase Diagram of Water Confined by Graphene. Scientific Reports, 2018, 8, 6228. 1.6 55

6765 The effect of ionisation of silica nanoparticles on their binding to nonionic surfactants in oilâ€“water
system: an atomistic molecular dynamic study. Molecular Physics, 2018, 116, 2022-2031. 0.8 11

6766 New Force Field Parameters for the Sodium Dodecyl Sulfate and Alpha Olefin Sulfonate Anionic
Surfactants. Journal of Physical Chemistry B, 2018, 122, 4558-4565. 1.2 16

6767
Influence of Cosolutes on Chemical Equilibrium: a Kirkwoodâ€“Buff Theory for Ion Pair
Associationâ€“Dissociation Processes in Ternary Electrolyte Solutions. Journal of Physical Chemistry
C, 2018, 122, 10293-10302.

1.5 22

6768 Comprehensive Experimental and Computational Spectroscopic Study of Hexacyanoferrate Complexes
in Water: From Infrared to X-ray Wavelengths. Journal of Physical Chemistry B, 2018, 122, 5075-5086. 1.2 40

6769
Sharing of Na<sup>+</sup> by Three âˆ’COO<sup>â€“</sup> Groups at Deprotonated Carboxyl-Terminated
Self-Assembled Monolayer-Charged Aqueous Interface. Journal of Physical Chemistry C, 2018, 122,
9111-9116.

1.5 3

6770 Equilibration and analysis of first-principles molecular dynamics simulations of water. Journal of
Chemical Physics, 2018, 148, 124501. 1.2 41

6771 2D graphene oxide channel for water transport. Faraday Discussions, 2018, 209, 329-340. 1.6 26

6772 Forward flux sampling calculation of homogeneous nucleation rates from aqueous NaCl solutions.
Journal of Chemical Physics, 2018, 148, 044505. 1.2 47

6773 Hydrophobicity-driven unfolding of Trp-cage encapsulated between graphene sheets. Colloids and
Surfaces B: Biointerfaces, 2018, 168, 103-108. 2.5 1

6774 On the calculation of the surface entropy in computer simulation. Journal of Molecular Liquids, 2018,
262, 58-62. 2.3 2

6775 Effects of <i>tert</i>-Butyl Alcohol on Water at the Liquidâ€“Vapor Interface: Structurally Bulk-like
but Dynamically Slow Interfacial Water. Journal of Physical Chemistry C, 2018, 122, 9374-9388. 1.5 16

6776 Characterizing the Hydrophobicity of Surfaces Using the Dynamics of Interfacial Water Molecules.
Journal of Physical Chemistry C, 2018, 122, 9015-9020. 1.5 14

6777
Comparison of permutationally invariant polynomials, neural networks, and Gaussian approximation
potentials in representing water interactions through many-body expansions. Journal of Chemical
Physics, 2018, 148, 241725.

1.2 142

6778
Human hydroxymethylbilane synthase: Molecular dynamics of the pyrrole chain elongation identifies
step-specific residues that cause AIP. Proceedings of the National Academy of Sciences of the United
States of America, 2018, 115, E4071-E4080.

3.3 32



369

Citation Report

# Article IF Citations

6779
Reverse Solvatochromism of Imine Dyes Comprised of 5â€•Nitrofuranâ€•2â€•yl or 5â€•Nitrothiophenâ€•2â€•yl as
Electron Acceptor and Phenolate as Electron Donor. Chemistry - A European Journal, 2018, 24,
9364-9376.

1.7 10

6780 MXAN and Molecular Dynamics: A New Way to Look to the XANES (X-ray Absorption Near Edge) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 702 Td (Structure) Energy Region. Springer Proceedings in Physics, 2018, , 197-219.0.1 1

6781 Preferential Binding of Urea to Single-Stranded DNA Structures: A Molecular Dynamics Study.
Biophysical Journal, 2018, 114, 1551-1562. 0.2 30

6782 Mechanical behavior in hydrated Na-montmorillonite clay. Physica A: Statistical Mechanics and Its
Applications, 2018, 505, 582-590. 1.2 35

6783 Ionic Liquid Designed for PEDOT:PSS Conductivity Enhancement. Journal of the American Chemical
Society, 2018, 140, 5375-5384. 6.6 112

6784 Micellar confinement disrupts collective structure and accelerates collective dynamics of
encapsulated water. Physical Chemistry Chemical Physics, 2018, 20, 11454-11469. 1.3 19

6785 A simple and effective solution to the constrained QM/MM simulations. Journal of Chemical Physics,
2018, 148, 134119. 1.2 10

6786 Structural and dynamical properties predicted by reactive force fields simulations for four common
pure fluids at liquid and gaseous non-reactive conditions. Molecular Simulation, 2018, 44, 826-839. 0.9 7

6787
Surfactants as stabilizers for biopharmaceuticals: An insight into the molecular mechanisms for
inhibition of protein aggregation. European Journal of Pharmaceutics and Biopharmaceutics, 2018, 128,
98-106.

2.0 20

6788 Strategy for Stabilization of CutA1 Proteins Due to Ionâ€“Ion Interactions at Temperatures of over 100
Â°C. Biochemistry, 2018, 57, 2649-2656. 1.2 7

6789
Comparative experimental/theoretical studies on the EGFR dimerization under the effect of EGF/EGF
analogues binding: Highlighting the importance of EGF/EGFR interactions at site III interface.
International Journal of Biological Macromolecules, 2018, 115, 401-417.

3.6 11

6790 Force Field Benchmark of Amino Acids: I. Hydration and Diffusion in Different Water Models. Journal
of Chemical Information and Modeling, 2018, 58, 1037-1052. 2.5 70

6791 Interaction of Na<sup>+</sup>, K<sup>+</sup>, Mg<sup>2+</sup> and Ca<sup>2+</sup> counter
cations with RNA. Metallomics, 2018, 10, 659-678. 1.0 42

6792 Decoupling of bilayer leaflets under gas supersaturation: nitrogen nanobubbles in a membrane and
their implication in decompression sickness. Journal Physics D: Applied Physics, 2018, 51, 184001. 1.3 0

6793 Effect of the Dielectric Constant on the Solubility of Acetone in Water. Journal of Chemical &amp;
Engineering Data, 2018, 63, 1170-1179. 1.0 11

6794 Insertion of Dengue E into lipid bilayers studied by neutron reflectivity and molecular dynamics
simulations. Biochimica Et Biophysica Acta - Biomembranes, 2018, 1860, 1216-1230. 1.4 12

6795 Atomistic and Coarse-Grained Modeling of the Adsorption of Graphene Nanoflakes at the Oilâ€“Water
Interface. Journal of Physical Chemistry B, 2018, 122, 2396-2407. 1.2 6

6796 Discovery of new molecular entities able to strongly interfere with Hsp90 C-terminal domain.
Scientific Reports, 2018, 8, 1709. 1.6 29



370

Citation Report

# Article IF Citations

6797 Modelling water diffusion in plasticizers: development and optimization of a force field for
2,4-dinitroethylbenzene and 2,4,6-trinitroethylbenzene. RSC Advances, 2018, 8, 5728-5739. 1.7 1

6798 Structure and dynamics of the peptide strand KRFK from the thrombospondin TSP-1 in water. Journal
of Molecular Modeling, 2018, 24, 54. 0.8 1

6799 Water/Alcohol Separation in Graphene Oxide Membranes: Insights from Molecular Dynamics and
Monte Carlo Simulations. MRS Advances, 2018, 3, 109-114. 0.5 5

6800 Freezing of water confined in porous materials: role of adsorption and unfreezable threshold. Acta
Geotechnica, 2018, 13, 1203-1213. 2.9 25

6801 Insight into induced charges at metal surfaces and biointerfaces using a polarizable Lennardâ€“Jones
potential. Nature Communications, 2018, 9, 716. 5.8 121

6802 Evaluating hydrophobic galactonoamidines as transition state analogs for enzymatic Î²-galactoside
hydrolysis. Bioorganic Chemistry, 2018, 77, 144-151. 2.0 4

6803 Effect of water concentration on the microstructures of choline chloride/urea (1:2) /water mixture.
Fluid Phase Equilibria, 2018, 470, 134-139. 1.4 37

6804 Understanding membrane pore-wetting in the membrane distillation of oil emulsions via molecular
dynamics simulations. Journal of Membrane Science, 2018, 551, 76-84. 4.1 52

6805 Adsorption mechanism of different acyclovir concentrations on 1â€“2â€¯nm sized magnetite nanoparticles:
A molecular dynamics study. Journal of Molecular Liquids, 2018, 254, 64-69. 2.3 26

6806 Water Lone Pair Delocalization in Classical and Quantum Descriptions of the Hydration of Model
Ions. Journal of Physical Chemistry B, 2018, 122, 3519-3527. 1.2 27

6807 The Molecular Basis of the Sodium Dodecyl Sulfate Effect on Human Ubiquitin Structure: A Molecular
Dynamics Simulation Study. Scientific Reports, 2018, 8, 2150. 1.6 37

6808 Differential retention and release of CO2 and CH4 in kerogen nanopores: Implications for gas
extraction and carbon sequestration. Fuel, 2018, 220, 1-7. 3.4 63

6809 Learning about Biomolecular Solvation from Water in Protein Crystals. Journal of Physical Chemistry
B, 2018, 122, 2475-2486. 1.2 15

6810 Effects of 1-hexanol on C12E10 micelles: a molecular simulations and light scattering study. Physical
Chemistry Chemical Physics, 2018, 20, 6287-6298. 1.3 17

6811 The catalytic inactivation of the N-half of human hexokinase 2 and structural and biochemical
characterization of its mitochondrial conformation. Bioscience Reports, 2018, 38, . 1.1 44

6812 Anisotropic Wetting Characteristics of Water Droplets on Phosphorene: Roles of Layer and Defect
Engineering. Journal of Physical Chemistry C, 2018, 122, 4622-4627. 1.5 21

6813 Peptoid Backbone Flexibilility Dictates Its Interaction with Water and Surfaces: A Molecular Dynamics
Investigation. Biomacromolecules, 2018, 19, 1006-1015. 2.6 28

6814 Alterations in local stability and dynamics of A4V SOD1 in the presence of trifluoroethanol.
Biopolymers, 2018, 109, e23102. 1.2 31



371

Citation Report

# Article IF Citations

6815 Polyacrylamide â€œrevisitedâ€•: UCST-type reversible thermoresponsive properties in aqueous alcoholic
solutions. Soft Matter, 2018, 14, 1336-1343. 1.2 16

6816 Molecular modeling of immersion optical clearing of biological tissues. Journal of Molecular
Modeling, 2018, 24, 45. 0.8 19

6817 Generic Mechanism for Pattern Formation in the Solvation Shells of Buckminsterfullerene. ACS
Omega, 2018, 3, 1060-1068. 1.6 2

6818
Structural insights of <i>Staphylococcus aureus</i> FtsZ inhibitors through molecular docking,
3D-QSAR and molecular dynamics simulations. Journal of Receptor and Signal Transduction Research,
2018, 38, 61-70.

1.3 15

6819 The Water-Alkane Interface at Various NaCl Salt Concentrations: A Molecular Dynamics Study of the
Readily Available Force Fields. Scientific Reports, 2018, 8, 352. 1.6 63

6820 Efficient selection methods for black phosphorene nanoribbons. Nanoscale, 2018, 10, 4385-4390. 2.8 11

6821 Effect of Basicity on the Hydrolysis of the Bi(III) Aqua Ion in Solution: An Ab Initio Molecular Dynamics
Study. Journal of Physical Chemistry A, 2018, 122, 1905-1915. 1.1 12

6822 Molecular dynamics simulation of continuous nanoflow transport through the uneven wettability
channel. AIP Advances, 2018, 8, . 0.6 7

6823 Enhanced thermal transport across multilayer graphene and water by interlayer functionalization.
Applied Physics Letters, 2018, 112, . 1.5 62

6824
Using molecular dynamics to unravel phase composition behavior of nano-size pores in frozen soils:
Does Youngâ€“Laplace equation apply in low temperature range?. Canadian Geotechnical Journal, 2018,
55, 1144-1153.

1.4 7

6825 The Structural Asymmetry of Mitochondrial Hsp90 (Trap1) Determines Fine Tuning of Functional
Dynamics. Journal of Chemical Theory and Computation, 2018, 14, 1033-1044. 2.3 50

6826
Molecular Dynamics Simulations of the Oil-Detachment from the Hydroxylated Silica Surface: Effects
of Surfactants, Electrostatic Interactions, and Water Flows on the Water Molecular Channel
Formation. Journal of Physical Chemistry B, 2018, 122, 1905-1918.

1.2 43

6827 The influence of ion hydration on nucleation and growth of LiF crystals in aqueous solution. Journal
of Chemical Physics, 2018, 148, 024507. 1.2 3

6828 Convergence of Kirkwoodâ€“Buff Integrals of Ideal and Nonideal Aqueous Solutions Using Molecular
Dynamics Simulations. Journal of Physical Chemistry B, 2018, 122, 5515-5526. 1.2 64

6829 What Gives an Insulin Hexamer Its Unique Shape and Stability? Role of Ten Confined Water Molecules.
Journal of Physical Chemistry B, 2018, 122, 1631-1637. 1.2 39

6830 Atomistic insights into the nanofluid transport through an ultra-confined capillary. Physical
Chemistry Chemical Physics, 2018, 20, 4831-4839. 1.3 12

6831 The Role of Supercritical/Dense CO<sub>2</sub> Gas in Altering Aqueous/Oil Interfacial Properties: A
Molecular Dynamics Study. Energy &amp; Fuels, 2018, 32, 2095-2103. 2.5 34

6832 Salting-in of neopentane in the aqueous solutions of urea and glycine-betaine. Molecular Simulation,
2018, 44, 677-687. 0.9 4



372

Citation Report

# Article IF Citations

6833 Friction induced structural transformations of water monolayers at graphene/Cu interfaces.
Physical Chemistry Chemical Physics, 2018, 20, 4137-4143. 1.3 8

6834 Molecular-Level Recognition of Interaction Mechanism between Graphene Oxides in Solvent Media.
Journal of Physical Chemistry C, 2018, 122, 4063-4072. 1.5 12

6835 Universal kinetic solvent effects in acid-catalyzed reactions of biomass-derived oxygenates. Energy
and Environmental Science, 2018, 11, 617-628. 15.6 122

6836 Predicting NRTL binary interaction parameters from molecular simulations. AICHE Journal, 2018, 64,
2758-2769. 1.8 23

6837 Structurally distinct Mre11 domains mediate MRX functions in resection, end-tethering and DNA
damage resistance. Nucleic Acids Research, 2018, 46, 2990-3008. 6.5 34

6838 Binding of Divalent Cations to Insulin: Capillary Electrophoresis and Molecular Simulations. Journal
of Physical Chemistry B, 2018, 122, 5640-5648. 1.2 45

6839
Effects of dispersion interactions on the structure, polarity, and dynamics of liquid-vapor interface
of an aqueous NaCl solution: Results of first principles simulations at room temperature. Journal of
Chemical Physics, 2018, 148, 024702.

1.2 4

6840 Phase equilibrium of a quaternary system: Methanol, ethylene, water and hydrogen peroxide. Fluid
Phase Equilibria, 2018, 462, 25-30. 1.4 1

6841 Assessment of Simple Models for Molecular Simulation of Ethylene Carbonate and Propylene
Carbonate as Solvents for Electrolyte Solutions. Topics in Current Chemistry, 2018, 376, 7. 3.0 15

6842 Thermochromic halide perovskite solar cells. Nature Materials, 2018, 17, 261-267. 13.3 630

6843 Classical molecular dynamics simulation of microwave heating of liquids: The case of water. Journal
of Chemical Physics, 2018, 148, 024508. 1.2 20

6844 Superrepression through Altered Corepressorâ€“Activated Protein:Protein Interactions. Biochemistry,
2018, 57, 1119-1129. 1.2 6

6845 Design Rules for Graphene and Carbon Nanotube Solvents and Dispersants. ACS Nano, 2018, 12,
1043-1049. 7.3 20

6846 First-Principles Parametrization of Polarizable Coarse-Grained Force Fields for Ionic Liquids. Journal
of Chemical Theory and Computation, 2018, 14, 1471-1486. 2.3 26

6847 Cosolvent effect on the dynamics of water in aqueous binary mixtures. Molecular Physics, 2018, 116,
1014-1025. 0.8 4

6848 Modelling the self-assembly of silica-based mesoporous materials. Molecular Simulation, 2018, 44,
435-452. 0.9 16

6849 Dynamics of vibrational spectral diffusion in water: Effects of dispersion interactions, temperature,
density, system size and fictitious orbital mass. Journal of Molecular Liquids, 2018, 249, 169-178. 2.3 4

6850 Combined distribution functions: A powerful tool to identify cation coordination geometries in
liquid systems. Chemical Physics Letters, 2018, 691, 437-443. 1.2 19



373

Citation Report

# Article IF Citations

6851 Molecular dynamics simulations of aggregation behavior of sodium dodecyl sulfate on
SiO<sub>2</sub> and CaCO<sub>3</sub> surfaces. Surface and Interface Analysis, 2018, 50, 284-289. 0.8 14

6852 On the relation between Marcus theory and ultrafast spectroscopy of solvation kinetics. Chemical
Physics Letters, 2018, 692, 407-415. 1.2 10

6853 Molecular Dynamics Simulation of Natural Organic Matterâ€“TiO2 Nanoparticle Interaction in Aqueous
Environment: Effects of Ca2+ and Na+ Ions. Environmental Engineering Science, 2018, 35, 846-855. 0.8 2

6854 Water assisted liquefaction of lignocellulose biomass by ReaxFF based molecular dynamic
simulations. Fuel, 2018, 215, 835-843. 3.4 49

6855 Comparison of Additive and Polarizable Models with Explicit Treatment of Long-Range Lennard-Jones
Interactions Using Alkane Simulations. Journal of Chemical Theory and Computation, 2018, 14, 948-958. 2.3 50

6856 Locating Large, Flexible Ligands on Proteins. Journal of Chemical Information and Modeling, 2018, 58,
315-327. 2.5 6

6857
Validation of Capillarity Theory at the Nanometer Scale. II: Stability and Rupture of Water Capillary
Bridges in Contact with Hydrophobic and Hydrophilic Surfaces. Journal of Physical Chemistry C, 2018,
122, 1556-1569.

1.5 8

6858 Computational characterisation of dried and hydrated graphene oxide membranes. Nanoscale, 2018, 10,
1946-1956. 2.8 28

6859 A theoretical study of monomeric polyglutamine chains from molecular dynamics simulations with
explicit water. Theoretical Chemistry Accounts, 2018, 137, 1. 0.5 0

6860 Intracellular Transfer of Na+ in an Active-State G-Protein-Coupled Receptor. Structure, 2018, 26,
171-180.e2. 1.6 77

6861 New Aspects of the Gold Nanorod Formation Mechanism via Seed-Mediated Methods Revealed by
Molecular Dynamics Simulations. Langmuir, 2018, 34, 366-375. 1.6 40

6862
Interfacial molecular array behaviors of mixed surfactant systems based on sodium laurylglutamate
and the effect on the foam properties. Journal of Dispersion Science and Technology, 2018, 39,
1427-1434.

1.3 8

6863 Mechanism of Urea Crystal Dissolution in Water from Molecular Dynamics Simulation. Journal of
Physical Chemistry B, 2018, 122, 1213-1222. 1.2 12

6864 A Novel Microemulsion Phase Transition: Toward the Elucidation of Third-Phase Formation in Spent
Nuclear Fuel Reprocessing. Journal of Physical Chemistry B, 2018, 122, 1439-1452. 1.2 37

6865 Applied Potentials in Variable-Charge Reactive Force Fields for Electrochemical Systems. Journal of
Physical Chemistry A, 2018, 122, 631-638. 1.1 19

6866 Dynamical Properties of Water and Ions at the Quartz (101)â€“Water Interface at a Range of Solution
Conditions: A Classical Molecular Dynamics Study. Journal of Physical Chemistry C, 2018, 122, 1535-1546. 1.5 20

6867 Nonclassical Hydrophobic Effect in Micellization: Molecular Arrangement of Nonâ€•Amphiphilic
Structures. Advanced Theory and Simulations, 2018, 1, 1700002. 1.3 13

6868
Rational design of methicillin resistance staphylococcus aureus inhibitors through 3D-QSAR,
molecular docking and molecular dynamics simulations. Computational Biology and Chemistry, 2018,
73, 95-104.

1.1 7



374

Citation Report

# Article IF Citations

6869
Comment on â€œThermal compaction of the intrinsically disordered protein tau: entropic, structural,
and hydrophobic factorsâ€• by A. Battisti, G. Ciasca, A. Grottesi and A. Tenenbaum, <i>Phys. Chem. Chem.
Phys.</i>, 2017, <b>19</b>, 8435. Physical Chemistry Chemical Physics, 2018, 20, 690-693.

1.3 6

6870 Hydration of the Carboxylate Group in Anti-Inflammatory Drugs: ATR-IR and Computational Studies of
Aqueous Solution of Sodium Diclofenac. ACS Omega, 2018, 3, 302-313. 1.6 11

6871 MXene molecular sieving membranes for highly efficient gas separation. Nature Communications, 2018,
9, 155. 5.8 825

6872 Exploring the Rich Potential Energy Surface of (H<sub>2</sub>O)<sub>11</sub> and Its Physical
Implications. Journal of Chemical Theory and Computation, 2018, 14, 1141-1153. 2.3 20

6873 Interfacial Adsorption of Neutral and Ionic Solutes in a Water Droplet. Journal of Physical Chemistry
B, 2018, 122, 3447-3453. 1.2 17

6874 Normal mode analysis of Zika virus. Computational Biology and Chemistry, 2018, 72, 53-61. 1.1 8

6875 Simulations of the OKE Response in Simple Liquids Using a Polarizable and a Nonpolarizable Force
Field. Journal of Physical Chemistry B, 2018, 122, 1638-1654. 1.2 9

6876 Atomic charges for conformationally rich molecules obtained through a modified principal
component regression. Physical Chemistry Chemical Physics, 2018, 20, 2890-2903. 1.3 1

6877 Ion dissolution mechanism and kinetics at kink sites on NaCl surfaces. Proceedings of the National
Academy of Sciences of the United States of America, 2018, 115, 656-661. 3.3 60

6878 Water thermophoresis in carbon nanotubes: the interplay between thermophoretic and friction
forces. Physical Chemistry Chemical Physics, 2018, 20, 3672-3677. 1.3 20

6879 Electrostatic Interactions in Protein Structure, Folding, Binding, and Condensation. Chemical
Reviews, 2018, 118, 1691-1741. 23.0 577

6880 Biological activity and interaction mechanism of the diketopiperazine derivatives as tubulin
polymerization inhibitors. RSC Advances, 2018, 8, 1055-1064. 1.7 16

6881 Identification of potential inhibitors against nuclear Dam1 complex subunit Ask1 of Candida albicans
using virtual screening and MD simulations. Computational Biology and Chemistry, 2018, 72, 33-44. 1.1 9

6882 Thermodynamic study of binary systems containing sulphur dioxide and nitric oxide: Measurements
and modelling. Fluid Phase Equilibria, 2018, 461, 84-100. 1.4 7

6883 Energetics and dynamics of the non-natural fluorescent 4AP:DAP base pair. Physical Chemistry
Chemical Physics, 2018, 20, 3699-3709. 1.3 13

6884 RNA Structural Dynamics As Captured by Molecular Simulations: A Comprehensive Overview. Chemical
Reviews, 2018, 118, 4177-4338. 23.0 408

6885 System-Size Dependence of Electrolyte Activity Coefficients in Molecular Simulations. Journal of
Physical Chemistry B, 2018, 122, 3330-3338. 1.2 20

6886 Thermal Polarization of Water Influences the Thermoelectric Response of Aqueous Solutions.
Journal of Physical Chemistry B, 2018, 122, 1662-1668. 1.2 31



375

Citation Report

# Article IF Citations

6887 Origins of biological function in DNA and RNA hairpin loop motifs from replica exchange molecular
dynamics simulation. Physical Chemistry Chemical Physics, 2018, 20, 2990-3001. 1.3 11

6888 Molecular-Scale Description of SPAN80 Desorption from a Squalaneâ€“Water Interface. Journal of
Physical Chemistry B, 2018, 122, 3378-3383. 1.2 5

6889 Activation/Inactivation Role of Ionic Liquids on Formate Dehydrogenase from <i>Pseudomonas</i> sp.
101 and Its Mutated Thermostable Form. ChemCatChem, 2018, 10, 3247-3259. 1.8 13

6890 Molecular insights on the interfacial and transport properties of supercritical CO2/brine/crude oil
ternary system. Journal of Molecular Liquids, 2018, 263, 268-273. 2.3 45

6891 Thermodynamics of the pseudoâ€•knot in helix 18 of 16S ribosomal RNA. Biopolymers, 2018, 109, e23116. 1.2 1

6892
Discrete and continuum modeling of solvent effects in a twisted intramolecular charge transfer
system: The 4-N,N-dimethylaminobenzonitrile (DMABN) molecule. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2018, 201, 73-81.

2.0 10

6893 Adsorption Free Energy of Single Amino Acids at the Rutile (110)/Water Interface Studied by
Well-Tempered Metadynamics. Journal of Physical Chemistry C, 2018, 122, 11355-11363. 1.5 21

6894 Electrolyte and Temperature Effects on Third-Order Susceptibility in Sum-Frequency Generation
Spectroscopy of Aqueous Salt Solutions. Journal of Physical Chemistry C, 2018, 122, 11407-11413. 1.5 33

6895 All-atom molecular dynamics simulations of spin labelled double and single-strand DNA for EPR
studies. Physical Chemistry Chemical Physics, 2018, 20, 13461-13472. 1.3 8

6896 Extended Charge-On-Particle Optimized Potentials for Liquid Simulation Acetone Model: The Case of
Acetoneâ€“Water Mixtures. Journal of Physical Chemistry B, 2018, 122, 5234-5241. 1.2 10

6897 Note: On the dielectric constant of nanoconfined water. Journal of Chemical Physics, 2018, 148, 156101. 1.2 41

6898 Analysis of Decomposition for Structure I Methane Hydrate by Molecular Dynamics Simulation.
Russian Journal of Physical Chemistry A, 2018, 92, 840-846. 0.1 7

6899 Effective Molecular Dynamics Model of Ionic Solutions for Large-Scale Calculations. Journal of
Applied Mechanics and Technical Physics, 2018, 59, 41-51. 0.1 1

6900 Finite-Size Effects of Binary Mutual Diffusion Coefficients from Molecular Dynamics. Journal of
Chemical Theory and Computation, 2018, 14, 2667-2677. 2.3 121

6901 On the equilibrium contact angle of sessile liquid drops from molecular dynamics simulations.
Journal of Chemical Physics, 2018, 148, 164704. 1.2 28

6902 Molecular simulation of permeation behaviour of ethanol/water molecules with single-layer
graphene oxide membranes. Molecular Simulation, 2018, 44, 840-849. 0.9 14

6903 Transport properties of methane, ethane, propane, and n-butane in water. Journal of Physics
Communications, 2018, 2, 065003. 0.5 11

6904 Multivalent Binding of a Ligand-Coated Particle: Role of Shape, Size, and Ligand Heterogeneity.
Biophysical Journal, 2018, 114, 1830-1846. 0.2 27



376

Citation Report

# Article IF Citations

6905 The Preservation of Lyophilized Human Growth Hormone Activity: how Do Buffers and Sugars
Interact?. Pharmaceutical Research, 2018, 35, 131. 1.7 8

6906 Potential of metalâ€“organic frameworks for adsorptive separation of industrially and
environmentally relevant liquid mixtures. Coordination Chemistry Reviews, 2018, 367, 82-126. 9.5 105

6907 Effect of PDGF-B aptamer on PDGFRÎ²/PDGF-B interaction: Molecular dynamics study. Journal of
Molecular Graphics and Modelling, 2018, 82, 145-156. 1.3 24

6908 Water transport and desalination through double-layer graphyne membranes. Physical Chemistry
Chemical Physics, 2018, 20, 13607-13615. 1.3 24

6909 The ionized graphene oxide membranes for water-ethanol separation. Carbon, 2018, 136, 262-269. 5.4 51

6910
Extra low friction coefficient caused by the formation of a solid-like layer: A new lubrication
mechanism found through molecular simulation of the lubrication of MoS2 nanoslits. Chinese
Journal of Chemical Engineering, 2018, 26, 2412-2419.

1.7 10

6911 Structure and dynamics of mica-confined films of [C10C1Pyrr][NTf2] ionic liquid. Journal of Chemical
Physics, 2018, 148, 193808. 1.2 15

6912 Free energy study of H2O, N2O5, SO2, and O3 gas sorption by water droplets/slabs. Journal of Chemical
Physics, 2018, 148, 164706. 1.2 17

6913
Chemical potentials of alkaline earth metal halide aqueous electrolytes and solubility of their
hydrates by molecular simulation: Application to CaCl2, antarcticite, and sinjarite. Journal of
Chemical Physics, 2018, 148, 222832.

1.2 16

6914 Force Field for Water over Pt(111): Development, Assessment, and Comparison. Journal of Chemical
Theory and Computation, 2018, 14, 3238-3251. 2.3 38

6915
The accuracy of <i>ab initio</i> calculations without <i>ab initio</i> calculations for charged
systems: Kriging predictions of atomistic properties for ions in aqueous solutions. Journal of
Chemical Physics, 2018, 148, 241724.

1.2 8

6916
Effect of molecular solvents of varying polarity on the self-assembly of
1-n-dodecyl-3-methylimidazolium octylsulfate ionic liquid. Journal of Theoretical and Computational
Chemistry, 2018, 17, 1840004.

1.8 4

6917 Accurate Binding of Sodium and Calcium to a POPC Bilayer by Effective Inclusion of Electronic
Polarization. Journal of Physical Chemistry B, 2018, 122, 4546-4557. 1.2 90

6918 Dynamic Wetting of Nanodroplets on Smooth and Patterned Graphene-Coated Surface. Journal of
Physical Chemistry C, 2018, 122, 8423-8429. 1.5 18

6919 Combining ab-initio and classical molecular dynamics simulations to unravel the structure of the
2D-HB-network at the air-water interface. Journal of Molecular Structure, 2018, 1165, 71-78. 1.8 22

6920 Study of the Gemini Surfactantsâ€™ Self-Assembly on Graphene Nanosheets: Insights from Molecular
Dynamic Simulation. Journal of Physical Chemistry A, 2018, 122, 3873-3885. 1.1 10

6921 Alchemical free energy calculations and umbrella sampling with local molecular field theory.
Journal of Theoretical and Computational Chemistry, 2018, 17, 1840003. 1.8 4

6922 Interactions Between Hydrated Calcium Carbonate Surfaces at Nanoconfinement Conditions. Journal
of Physical Chemistry C, 2018, 122, 7321-7330. 1.5 19



377

Citation Report

# Article IF Citations

6923 Curvature dependence of the effect of ionic functionalization on the attraction among nanoparticles
in dispersion. Journal of Chemical Physics, 2018, 148, 222815. 1.2 8

6924 Hydrophobic nanochannel self-assembled by amphipathic Janus particles confined in aqueous
nano-space. Chinese Physics B, 2018, 27, 030505. 0.7 1

6925 Mechanism of Mechanosensitive Gating of the TREK-2 Potassium Channel. Biophysical Journal, 2018, 114,
1336-1343. 0.2 38

6926 A single NaK channel conformation is not enough for non-selective ion conduction. Nature
Communications, 2018, 9, 717. 5.8 52

6927 Recent progress in the molecular simulation of thermodynamic properties of aqueous electrolyte
solutions. Fluid Phase Equilibria, 2018, 466, 19-30. 1.4 63

6928 Prediction of striped cylindrical micelles (SCMs) formed by dodecyl-Î²-<scp>d</scp>-maltoside (DDM)
surfactants. Soft Matter, 2018, 14, 2694-2700. 1.2 8

6929 The coexistence temperature of hydrogen clathrates: A molecular dynamics study. Journal of
Chemical Physics, 2018, 148, 114503. 1.2 11

6930 Molecular dynamics simulations of interaction between sub-bituminous coal and water. Molecular
Simulation, 2018, 44, 769-773. 0.9 15

6931 Protein adsorption onto polysaccharides: Comparison of chitosan and chitin polymers. Carbohydrate
Polymers, 2018, 191, 191-197. 5.1 36

6932 Multiscale Simulation Method for Quantitative Prediction of Surface Wettability at the Atomistic
Level. Journal of Physical Chemistry Letters, 2018, 9, 1750-1758. 2.1 23

6933 A lithiumâ€“oxygen battery with a long cycle life in an air-like atmosphere. Nature, 2018, 555, 502-506. 13.7 433

6934 Molecular dynamics study of the LCST transition in aqueous poly(<i>N-n</i>-propylacrylamide).
Physical Chemistry Chemical Physics, 2018, 20, 10100-10107. 1.3 58

6935
Antithrombin conformational modulation by D-myo-inositol 3,4,5,6-tetrakisphosphate (TMI), a novel
scaffold for the development of antithrombotic agents. Journal of Biomolecular Structure and
Dynamics, 2018, 36, 4045-4056.

2.0 5

6936 Temperature effects on the hydrophobic force between two graphene-like surfaces in liquid water.
Journal of Chemical Sciences, 2018, 130, 1. 0.7 4

6937 Consolidation of functionalized graphene at ambient temperature via mechano-chemistry. Carbon,
2018, 134, 491-499. 5.4 22

6938 Water Participation in Catalysis: An Atomistic Approach to Solvent Effects in the Catalytic
Isomerization of Allylic Alcohols. ACS Catalysis, 2018, 8, 3812-3819. 5.5 20

6939 Looking at the Disordered Proteins through the Computational Microscope. ACS Central Science,
2018, 4, 534-542. 5.3 46

6940 Direct Molecular Dynamics Simulation of Nucleation during Supersonic Expansion of Gas to a
Vacuum. Journal of Chemical Theory and Computation, 2018, 14, 2332-2340. 2.3 4



378

Citation Report

# Article IF Citations

6941 Pressure effect on micellization of non-ionic surfactant Triton X-100. Journal of Chemical Physics,
2018, 148, 074901. 1.2 6

6942 Comparative Molecular Field Analysis Using Molecular Integral Equation Theory. Journal of Chemical
Information and Modeling, 2018, 58, 1253-1265. 2.5 3

6943 Molecular Dynamics Simulation of Water Confinement in Disordered Aluminosilicate Subnanopores.
Scientific Reports, 2018, 8, 3761. 1.6 17

6944
Absolute proton hydration free energy, surface potential of water, and redox potential of the
hydrogen electrode from first principles: QM/MM MD free-energy simulations of sodium and
potassium hydration. Journal of Chemical Physics, 2018, 148, 222814.

1.2 71

6945 Antibacterial Activity Affected by the Conformational Flexibility in Glycineâ€“Lysine Based Î±-Helical
Antimicrobial Peptides. Journal of Medicinal Chemistry, 2018, 61, 2924-2936. 2.9 48

6946 Hydration Water Distribution around Intrinsically Disordered Proteins. Journal of Physical
Chemistry B, 2018, 122, 4206-4218. 1.2 17

6947 Three-Body Hydrogen Bond Defects Contribute Significantly to the Dielectric Properties of the Liquid
Waterâ€“Vapor Interface. Journal of Physical Chemistry Letters, 2018, 9, 1649-1654. 2.1 11

6948 Does an electronic continuum correction improve effective short-range ion-ion interactions in
aqueous solution?. Journal of Chemical Physics, 2018, 148, 222816. 1.2 33

6949
Concentrated aqueous sodium chloride solution in clays at thermodynamic conditions of hydraulic
fracturing: Insight from molecular dynamics simulations. Journal of Chemical Physics, 2018, 148,
222806.

1.2 11

6950 Modification of the Wolf Method and Evaluation for Molecular Simulation of Vaporâ€“Liquid
Equilibria. Journal of Chemical Theory and Computation, 2018, 14, 2198-2206. 2.3 7

6951 Improved NOE fitting for flexible molecules based on molecular mechanics data â€“ a case study with
<i>S</i>-adenosylmethionine. Physical Chemistry Chemical Physics, 2018, 20, 7523-7531. 1.3 22

6952 Role of oxygen functional groups for structure and dynamics of interfacial water on low rank coal
surface: a molecular dynamics simulation. Molecular Physics, 2018, 116, 1670-1676. 0.8 16

6953 Effects of different force fields on the structural character of Î± synuclein Î²-hairpin peptide (35â€“56) in
aqueous environment. Journal of Biomolecular Structure and Dynamics, 2018, 36, 302-317. 2.0 13

6954 Predictions of water/oil interfacial tension at elevated temperatures and pressures: A molecular
dynamics simulation study with biomolecular force fields. Fluid Phase Equilibria, 2018, 476, 30-38. 1.4 32

6955
Molecular dynamics and MM/GBSA-integrated protocol probing the correlation between biological
activities and binding free energies of HIV-1 TAR RNA inhibitors. Journal of Biomolecular Structure and
Dynamics, 2018, 36, 486-503.

2.0 31

6956 Exfoliation of graphene and fluorographene in molecular and ionic liquids. Faraday Discussions, 2018,
206, 61-75. 1.6 25

6957
Understanding the interactions of human follicle stimulating hormone with single-walled carbon
nanotubes by molecular dynamics simulation and free energy analysis. European Biophysics Journal,
2018, 47, 49-57.

1.2 6

6958 Effects of Nano-Nozzles Cross-Sectional Geometry on Fluid Flow: Molecular Dynamic Simulation.
Journal of Mechanics, 2018, 34, 667-678. 0.7 1



379

Citation Report

# Article IF Citations

6959 Structure and lifetimes in ionic liquids and their mixtures. Faraday Discussions, 2018, 206, 219-245. 1.6 74

6960 An improved description of clathrate hydrates using classical density functional theory coupled with
a simple lattice gas and van der Waals-Platteeuw theory. Fluid Phase Equilibria, 2018, 456, 131-139. 1.4 4

6961 A Short Introduction to the Molecular Dynamics Simulation of Nanomaterials. , 2018, , 123-155. 6

6962
Specific Anion Effects on Na<sup>+</sup> Adsorption at the Aqueous Solutionâ€“Air Interface: MD
Simulations, SESSA Calculations, and Photoelectron Spectroscopy Experiments. Journal of Physical
Chemistry B, 2018, 122, 910-918.

1.2 28

6963 Effect of heavy water on the conformational stability of globular proteins. Biopolymers, 2018, 109,
e23076. 1.2 8

6964 Ethane clathrates using different waterâ€“ethane models: Molecular dynamics. Physica A: Statistical
Mechanics and Its Applications, 2018, 491, 89-100. 1.2 1

6965 A coherent definition of Henry constant and isosteric heat at zero loading for adsorption in solids â€“
An absolute accessible volume. Chemical Engineering Journal, 2018, 334, 143-152. 6.6 18

6966 Effects of low salinity water on calcite/brine interface: A molecular dynamics simulation study.
Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2018, 537, 61-68. 2.3 61

6967
Molecular dynamics study of salt effects on micellization of
N-dodecyl-N,N-dimethyl-3-ammonio-1-propane-sulfonate. Journal of Dispersion Science and Technology,
2018, 39, 1172-1177.

1.3 1

6968 Computational Approaches to Understand Cleavage Mechanism of Amyloid Beta (AÎ²) Peptide.
Neuromethods, 2018, , 263-282. 0.2 3

6970 System-density fluctuations and electro-dissociation of methane clathrate hydrates in
externally-applied static electric fields. Journal of Chemical Thermodynamics, 2018, 117, 68-80. 1.0 30

6971 Molecular dynamics simulations and applications in computational toxicology and nanotoxicology.
Food and Chemical Toxicology, 2018, 112, 495-506. 1.8 59

6972 Atomic-scale investigation of physical adsorption of water molecules and aggressive ions to
ettringiteâ€™s surfaces. Journal of Colloid and Interface Science, 2018, 513, 104-116. 5.0 24

6973 Enhanced hydrophilicity and water-permeating of functionalized graphene-oxide nanopores:
Molecular dynamics simulations. Journal of Membrane Science, 2018, 550, 510-517. 4.1 35

6974 Unfolding dynamics of small peptides biased by constant mechanical forces. Molecular Systems Design
and Engineering, 2018, 3, 204-213. 1.7 4

6975 Fragile to strong crossover and Widom line in supercooled water: A comparative study. Frontiers of
Physics, 2018, 13, 1. 2.4 18

6976 Carboxylated carbon nanotubes corked with tetraalkylammonium cations: A concept of nanocarriers
in aqueous solutions. Journal of Molecular Liquids, 2018, 270, 203-211. 2.3 6

6977 Structures and mechanisms in clay nanopore trapping of structurally-different fluoroquinolone
antimicrobials. Journal of Colloid and Interface Science, 2018, 513, 367-378. 5.0 28



380

Citation Report

# Article IF Citations

6978 Simulation study of hole mobility in the amorphous phase of organic molecules. Organic Electronics,
2018, 53, 141-150. 1.4 8

6979 Evaluation of interfacial properties of concentrated KCl solutions by molecular dynamics simulation.
Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2018, 538, 703-710. 2.3 14

6980 Molecular dynamics characterization of silver colloidal interfaces for SERS applications. Gallic acid
test. Journal of Raman Spectroscopy, 2018, 49, 256-261. 1.2 1

6981 Insights on the mechanism of water-alcohol separation in multilayer graphene oxide membranes:
Entropic versus enthalpic factors. Carbon, 2018, 127, 280-286. 5.4 44

6982
Aggregation and metal-complexation behaviour of THPP porphyrin in ethanol/water solutions as
function of pH. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2018, 193,
235-248.

2.0 29

6983 Extent of Surface Force Additivity on Chemically Heterogeneous Substrates at Varied Orientations.
Journal of Physical Chemistry B, 2018, 122, 3596-3603. 1.2 0

6984 Molecular Dynamics Simulation of the pH-Induced Structural Transitions in CTAB/NaSal Solution.
Langmuir, 2018, 34, 351-358. 1.6 26

6985 Fundamental interfacial mechanisms underlying electrofreezing. Advances in Colloid and Interface
Science, 2018, 251, 26-43. 7.0 44

6986 Monte Carlo simulation studies of clathrate hydrates: A review. Journal of Supercritical Fluids, 2018,
134, 51-60. 1.6 28

6987 Molecular Dynamic Study of Boiling Heat Transfer Over Structured Surfaces. Journal of Heat
Transfer, 2018, 140, . 1.2 13

6988
Structure-based pharmacophore design and virtual screening for novel potential inhibitors of
epidermal growth factor receptor as an approach to breast cancer chemotherapy. Molecular
Diversity, 2018, 22, 173-181.

2.1 4

6989 Density-dependent phase transition in nano-confinement water using molecular dynamics simulation.
Journal of Molecular Liquids, 2018, 250, 26-34. 2.3 9

6990 A- to B-DNA Transition in AMBER Force Fields and Its Coupling to Sugar Pucker. Journal of Chemical
Theory and Computation, 2018, 14, 319-328. 2.3 22

6991 Trimethylamine <i>N</i>-oxide Counteracts Urea Denaturation by Inhibiting Proteinâ€“Urea Preferential
Interaction. Journal of the American Chemical Society, 2018, 140, 483-492. 6.6 94

6992 Effect of number of hydroxyl groups of fullerenol C 60 (OH) n on its interaction with cell membrane.
Journal of the Taiwan Institute of Chemical Engineers, 2018, 90, 18-24. 2.7 9

6993 Unravelling the hydrophobicity of urea in water using thermodiffusion: implications for protein
denaturation. Physical Chemistry Chemical Physics, 2018, 20, 1012-1020. 1.3 22

6994 Application of referenceâ€•modified density functional theory: Temperature and pressure dependences of
solvation free energy. Journal of Computational Chemistry, 2018, 39, 202-217. 1.5 12

6995
Hydration and Ion Pairing in Aqueous Mg<sup>2+</sup> and Zn<sup>2+</sup> Solutions: Force-Field
Description Aided by Neutron Scattering Experiments and Ab Initio Molecular Dynamics Simulations.
Journal of Physical Chemistry B, 2018, 122, 3296-3306.

1.2 75



381

Citation Report

# Article IF Citations

6996 The porogen effect on the complexation step of trinitrotolueneâ€“methacrylic acid: towards efficient
imprinted polymer sensors. Molecular Systems Design and Engineering, 2018, 3, 89-95. 1.7 13

6997 Pharmacophore modeling, 3D-QSAR, docking, and molecular dynamics simulation on topoisomerase IV
inhibitors of wild type Staphylococcus aureus. Structural Chemistry, 2018, 29, 593-605. 1.0 3

6998 Improvement in the Thermostability of a Î²â€•Amino Acid Converting Ï‰â€•Transaminase by Using FoldX.
ChemBioChem, 2018, 19, 379-387. 1.3 28

6999 Molecular dynamics simulation of liquid water and ice nanoclusters using a new effective HFDâ€•like
model. Journal of Computational Chemistry, 2018, 39, 269-278. 1.5 2

7000 Anomalous electrokinetics at hydrophobic surfaces: Effects of ion specificity and interfacial water
structure. Electrochimica Acta, 2018, 259, 1011-1020. 2.6 20

7001
The combinatorial effects of osmolytes and alcohols on the stability of pyrazinamidase: Methanol
affects the enzyme stability through hydrophobic interactions and hydrogen bonds. International
Journal of Biological Macromolecules, 2018, 108, 1339-1347.

3.6 19

7002 Partial molar volume of NaCl and CsCl in mixtures of water and methanol by experiment and
molecular simulation. Fluid Phase Equilibria, 2018, 458, 30-39. 1.4 6

7003 Water models for biomolecular simulations. Wiley Interdisciplinary Reviews: Computational
Molecular Science, 2018, 8, e1347. 6.2 140

7004 Solvent sensitivity of protein aggregation in Cu, Zn superoxide dismutase: a molecular dynamics
simulation study. Journal of Biomolecular Structure and Dynamics, 2018, 36, 2605-2617. 2.0 19

7005 Utility of chemical computations in predicting solution free energies of metal ions. Molecular
Simulation, 2018, 44, 110-116. 0.9 16

7006 Molecular docking, 3D-QSAR, molecular dynamics, synthesis and anticancer activity of tyrosine kinase
2 (TYK 2) inhibitors. Journal of Receptor and Signal Transduction Research, 2018, 38, 462-474. 1.3 6

7007 Thermodynamic Description of Crystalline Water Phases Containing Hydrogen. JETP Letters, 2018, 108,
806-809. 0.4 9

7009 Membrane-Assisted Crystallization: A Molecular View of NaCl Nucleation and Growth. Applied
Sciences (Switzerland), 2018, 8, 2145. 1.3 13

7010 Study on the Quasi-PR Current Coordinated Control for Active Power Filter. , 2018, , . 1

7012
Molecular dynamics simulation of the surface tension of aqueous sodium chloride: from dilute to
highly supersaturated solutions and molten salt. Atmospheric Chemistry and Physics, 2018, 18,
17077-17086.

1.9 32

7013 Constructing a coarse-grained water model based on non-Markovian dissipative particle dynamics.
Transactions of the JSME (in Japanese), 2018, 84, 18-00193-18-00193. 0.1 0

7014
Elucidating the morphological aspects and proton dynamics in a hybrid perfluorosulfonic acid
membrane for medium-temperature fuel cell applications. Physical Chemistry Chemical Physics, 2018,
20, 29778-29789.

1.3 8

7015 Covalently immobilized catalase on functionalized graphene: effect on the activity, immobilization
efficiency, and tetramer stability. Biomaterials Science, 2018, 6, 3231-3240. 2.6 27



382

Citation Report

# Article IF Citations

7016
Lock-in spin structures and ferrimagnetism in polar
Ni<sub>2âˆ’x</sub>Co<sub>x</sub>ScSbO<sub>6</sub> oxides. Chemical Communications, 2018, 54,
12523-12526.

2.2 7

7017 Electrokinetic flow of an aqueous electrolyte in amorphous silica nanotubes. Physical Chemistry
Chemical Physics, 2018, 20, 27838-27848. 1.3 18

7018 Towards a dissociative SPC-like water model II. The impact of Lennard-Jones and Buckingham
non-coulombic forces. Physical Chemistry Chemical Physics, 2018, 20, 28523-28534. 1.3 8

7019 Water phase transitions from the perspective of hydrogen-bond network analysis. Physical Chemistry
Chemical Physics, 2018, 20, 28308-28318. 1.3 8

7020 Precise estimation of transfer free energies for ionic species between similar media. Physical
Chemistry Chemical Physics, 2018, 20, 27003-27010. 1.3 1

7021 Analysing thermophoretic transport of water for designing nanoscale-pumps. Physical Chemistry
Chemical Physics, 2018, 20, 30321-30330. 1.3 11

7022 Molecular features of hydration layers probed by atomic force microscopy. Physical Chemistry
Chemical Physics, 2018, 20, 30492-30501. 1.3 14

7023 Influence on ferric chloride aqueous solution caused by external electrostatic field: a molecular
dynamics simulation study. RSC Advances, 2018, 8, 38706-38714. 1.7 7

7024 Heat Transfer Across Crystalline and Amorphous Silicon Surfaces in Contact With Water and the
Effects of the Interfacial Liquid Structuring. , 2018, , . 1

7025 Single-stranded DNA oligomer brush structure is dominated by intramolecular interactions mediated
by the ion environment. Soft Matter, 2018, 14, 9675-9680. 1.2 8

7026 Confinement of aqueous mixtures of ionic liquids between amorphous TiO2 slit nanopores:
electrostatic field induction. Physical Chemistry Chemical Physics, 2018, 20, 29493-29502. 1.3 17

7027 Biophysical evaluation to categorize pathogenicity of cancer-predisposing mutations identified in the
BARD1 BRCT domain. RSC Advances, 2018, 8, 34056-34068. 1.7 2

7028 Nanoscale Elastic Properties of Dry and wet Smectite. Clays and Clay Minerals, 2018, 66, 209-219. 0.6 14

7029 Rotational mechanism of ammonium ion in water and methanol. Chinese Journal of Chemical Physics,
2018, 31, 568-574. 0.6 0

7030 Combining Experiment and Theory To Unravel the Mechanism of Two-Electron Oxygen Reduction at a
Selective and Active Co-catalyst. ACS Catalysis, 2018, 8, 11940-11951. 5.5 45

7031 Adsorption of Molecular Nitrogen in Electrical Double Layers near Planar and Atomically Sharp
Electrodes. Langmuir, 2018, 34, 14552-14561. 1.6 2

7032 Influence of Hydration on the Structure of Reline Deep Eutectic Solvent: A Molecular Dynamics Study.
ACS Omega, 2018, 3, 15246-15255. 1.6 122

7033 Aromatic Motifs Dictate Nanohelix Handedness of Tripeptides. ACS Nano, 2018, 12, 12305-12314. 7.3 53



383

Citation Report

# Article IF Citations

7034 Ethylene glycol solution-induced DNA conformational transitions. Chinese Physics B, 2018, 27, 113102. 0.7 2

7035
Finding Order in the Disordered Hydration Shell of Rapidly Exchanging Water Molecules around the
Heaviest Alkali Cs<sup>+</sup> and Fr<sup>+</sup>. Journal of Physical Chemistry B, 2018, 122,
12067-12076.

1.2 16

7036 Electronic Excitations in Complex Molecular Environments: Many-Body Greenâ€™s Functions Theory in
VOTCA-XTP. Journal of Chemical Theory and Computation, 2018, 14, 6253-6268. 2.3 28

7037 Dissolutive flow in nanochannels: transition between plug-like and Poiseuille-like. Microfluidics and
Nanofluidics, 2018, 22, 1. 1.0 14

7038 Molecular Dynamics Study on Aggregating Behavior of Asphaltene and Resin in Emulsified Heavy Oil
Droplets with Sodium Dodecyl Sulfate. Energy &amp; Fuels, 2018, 32, 12383-12393. 2.5 68

7039 Water Is a Cagey Liquid. Journal of the American Chemical Society, 2018, 140, 17106-17113. 6.6 29

7040 Phenol Molecular Sheets Woven by Water Cavities in Hydrophobic Slit Nanospaces. Langmuir, 2018, 34,
15150-15159. 1.6 1

7041 Dynamic and Electronic Polarization Corrections to the Dielectric Constant of Water. Journal of
Physical Chemistry A, 2018, 122, 9243-9250. 1.1 12

7042 Humidity Exposure Enhances Microscopic Mobility in a Room-Temperature Ionic Liquid in MXene.
Journal of Physical Chemistry C, 2018, 122, 27561-27566. 1.5 20

7043 Hydrophobic Surface Enhances Electrostatic Interaction in Water. Physical Review Letters, 2018, 121,
206002. 2.9 36

7044 Probing the mechanism of SIRT1 activation by a 1,4-dihydropyridine. Journal of Molecular Modeling,
2018, 24, 340. 0.8 14

7045 Role of Mono- and Divalent Surface Cations on the Structure and Adsorption Behavior of Water on
Mica Surface. Langmuir, 2018, 34, 14472-14488. 1.6 33

7046 The Effect of Single-Atomic Ions on the Melting of Microscopic Ice Particles According to Molecular
Dynamics Data. Colloid Journal, 2018, 80, 484-491. 0.5 2

7047 The quantum mechanics-based polarizable force field for water simulations. Journal of Chemical
Physics, 2018, 149, 174502. 1.2 27

7049 Molecular Dynamics Simulation: Influence of External Electric Field on Bubble Interface in Air
Flotation Process. Chemical Research in Chinese Universities, 2018, 34, 939-944. 1.3 3

7050 Thermodynamically Motivated Criterion of Hydrogen Bonds in Water Simulations. Journal of
Structural Chemistry, 2018, 59, 1368-1373. 0.3 3

7051 Influence of N2 on Formation Conditions and Guest Distribution of Mixed CO2 + CH4 Gas Hydrates.
Molecules, 2018, 23, 3336. 1.7 34

7052 What Drives 15N Spin Relaxation in Disordered Proteins? Combined NMR/MD Study of the H4 Histone
Tail. Biophysical Journal, 2018, 115, 2348-2367. 0.2 26



384

Citation Report

# Article IF Citations

7053
A theoretical investigation on the structures of
(NH<sub>3</sub>)Â·(H<sub>2</sub>SO<sub>4</sub>)Â·(H<sub>2</sub>O)<sub>0â€•14</sub> clusters.
International Journal of Quantum Chemistry, 2019, 119, e25850.

1.0 2

7054 Collective hydrogen-bond rearrangement dynamics in liquid water. Journal of Chemical Physics, 2018,
149, 244504. 1.2 22

7055 Dielectric spectrum of a DNA oligomer. Physical Review E, 2018, 98, . 0.8 1

7056 Clathrate hydrates for energy storage and transportation. Journal of Physics: Conference Series,
2018, 1128, 012031. 0.3 14

7057 Accurate Structure-Based Coarse Graining Leads to Consistent Barrier-Crossing Dynamics. Physical
Review Letters, 2018, 121, 256002. 2.9 24

7058 Calculation of the Raman Q branch of hydrogen in water and comparison with experiments. Journal
of Physics B: Atomic, Molecular and Optical Physics, 2018, 51, 235101. 0.6 1

7059 Monte Carlo Simulation of the Local Ordering of Water Molecules. II. Spatial Correlations and
Hydrogen Bonds. Journal of Structural Chemistry, 2018, 59, 1624-1630. 0.3 2

7060 Calculation of the water-octanol partition coefficient of cholesterol for SPC, TIP3P, and TIP4P water.
Journal of Chemical Physics, 2018, 149, 224501. 1.2 12

7061 Reversible Solubilization of Pyrene by a Gas Switchable Surfactant Investigated by Molecular
Dynamics Simulation. Langmuir, 2018, 34, 15445-15454. 1.6 8

7062 Encoding and selecting coarse-grain mapping operators with hierarchical graphs. Journal of Chemical
Physics, 2018, 149, 134106. 1.2 35

7063 Quantitative Assessment of Thermodynamic Theory in Elucidating the Behavior of Water under
Hydrophobic Confinement. Journal of Physical Chemistry B, 2018, 122, 12087-12096. 1.2 9

7064 Characterizing Molecular Adsorption on Biodegradable MnO<sub>2</sub> Nanoscaffolds. Journal of
Physical Chemistry C, 2018, 122, 29017-29027. 1.5 11

7066 Molecular Dynamics Study of the Effect of Water on Hydrophilic and Hydrophobic Ionic Liquids.
Journal of Physical Chemistry B, 2018, 122, 12342-12350. 1.2 34

7067 High and low density patches in simulated liquid water. Journal of Chemical Physics, 2018, 149, 204507. 1.2 33

7068 Orientational Distribution of Free O-H Groups of Interfacial Water is Exponential. Physical Review
Letters, 2018, 121, 246101. 2.9 49

7069 Molecular Insights into the Unusual Structure of an Antifreeze Protein with a Hydrated Core.
Journal of Physical Chemistry B, 2018, 122, 9827-9839. 1.2 15

7070 Association of Nucleobases in Hydrated Ionic Liquid from Biased Molecular Dynamics Simulations.
Journal of Physical Chemistry B, 2018, 122, 9635-9645. 1.2 7

7071 Confined Structures and Selective Mass Transport of Organic Liquids in Graphene Nanochannels. ACS
Applied Materials &amp; Interfaces, 2018, 10, 37014-37022. 4.0 18



385

Citation Report

# Article IF Citations

7072 Solvent-mediated interactions between nanostructures: From water to Lennard-Jones liquid. Journal
of Chemical Physics, 2018, 149, 134703. 1.2 6

7073 Insights on the alteration of functionality of a tyrosine kinase 2 variant: a molecular dynamics study.
Bioinformatics, 2018, 34, i781-i786. 1.8 11

7074 Classical Polarizable Force Field To Study Hydrated Charged Clays and Zeolites. Journal of Physical
Chemistry C, 2018, 122, 24690-24704. 1.5 16

7075 Structure and Dynamics of the Quasi-Liquid Layer at the Surface of Ice from Molecular Simulations.
Journal of Physical Chemistry C, 2018, 122, 24780-24787. 1.5 38

7076 Displacement of nanofluids in silica nanopores: influenced by wettability of nanoparticles and oil
components. Environmental Science: Nano, 2018, 5, 2641-2650. 2.2 18

7077 Unraveling the spectral signatures of solvent ordering in K-edge XANES of aqueous Na+. Journal of
Chemical Physics, 2018, 149, 124503. 1.2 12

7078 Surprising thermodynamic properties of alcohols and water on their coexistence curves. Journal of
Molecular Liquids, 2018, 272, 590-596. 2.3 4

7079 A coupled effect of dehydration and electrostatic interactions on selective ion transport through
charged nanochannels. Nanoscale, 2018, 10, 18821-18828. 2.8 56

7080 Molecular dynamics study of deformation mechanisms of poly(vinyl alcohol) hydrogel. Molecular
Simulation, 2018, 44, 1363-1370. 0.9 17

7081 Generalized line tension of water nanodroplets. Physical Review E, 2018, 98, . 0.8 29

7082 Bergenin: a computationally proven promising scaffold for novel galectin-3 inhibitors. Journal of
Molecular Modeling, 2018, 24, 302. 0.8 16

7083 Capacitive Performance of Water-in-Salt Electrolytes in Supercapacitors: A Simulation Study. Journal
of Physical Chemistry C, 2018, 122, 23917-23924. 1.5 49

7084 Hydrogen bond dynamics and vibrational spectral diffusion in aqueous solution of formaldehyde: a
first principles molecular dynamics study. Theoretical Chemistry Accounts, 2018, 137, 1. 0.5 2

7085 Polarizable Drude Model with <i>s</i>-Type Gaussian or Slater Charge Density for General Molecular
Mechanics Force Fields. Journal of Chemical Theory and Computation, 2018, 14, 5553-5566. 2.3 27

7086

Single-Ion Thermodynamics from First Principles: Calculation of the Absolute Hydration Free Energy
and Single-Electrode Potential of Aqueous Li<sup>+</sup> Using <i>ab Initio</i> Quantum
Mechanical/Molecular Mechanical Molecular Dynamics Simulations. Journal of Chemical Theory and
Computation, 2018, 14, 6443-6459.

2.3 18

7087 Henry Constant of Water Adsorption on Functionalized Graphite: Importance of the Potential Models
of Water and Functional Group. Journal of Physical Chemistry C, 2018, 122, 24171-24181. 1.5 13

7088 Why are Hoogsteen base pairs energetically disfavored in A-RNA compared to B-DNA?. Nucleic Acids
Research, 2018, 46, 11099-11114. 6.5 23

7089 Efficient Sampling and Characterization of Free Energy Landscapes of Ionâ€“Peptide Systems. Journal of
Chemical Theory and Computation, 2018, 14, 5476-5488. 2.3 10



386

Citation Report

# Article IF Citations

7090 Molecular Dynamics Simulations of Ether- and Ester-Linked Phospholipid Bilayers: A Comparative
Study of Water Models. Journal of Physical Chemistry B, 2018, 122, 9399-9408. 1.2 6

7091 How Hydrophobic Hydration Destabilizes Surfactant Micelles at Low Temperature: A Coarse-Grained
Simulation Study. Langmuir, 2018, 34, 12590-12599. 1.6 7

7092 Molecular Dynamic Simulations of Fibrous Distillation Membranes. International Communications in
Heat and Mass Transfer, 2018, 98, 304-309. 2.9 10

7093 Phase-Transferable Force Field for Alkali Halides. Journal of Chemical Theory and Computation, 2018,
14, 5933-5948. 2.3 35

7094 Molecular Modeling of the Post-Diffusion Stage of Surface Bio-Tissue Layers Immersion Optical
Clearing. Journal of Surface Investigation, 2018, 12, 961-967. 0.1 5

7095 Capturing the Freeze-Drying Dynamics of NaCl Nanoparticles Using THz Spectroscopy. Journal of the
American Chemical Society, 2018, 140, 13793-13797. 6.6 15

7096 The role of Pb(II) complexes in hydrothermal mass transfer: An X-ray absorption spectroscopic study.
Chemical Geology, 2018, 502, 88-106. 1.4 27

7097 Adaptive coupling of a deep neural network potential to a classical force field. Journal of Chemical
Physics, 2018, 149, 154107. 1.2 11

7098 Molecular dynamics study of the influence of solvents on the structure and mechanical properties of
poly(vinyl alcohol) gels. Journal of Molecular Modeling, 2018, 24, 325. 0.8 9

7099
Structure and solvation thermodynamics of asymmetric poly (acrylic acid)-b-polystyrene
polyelectrolyte block copolymer micelle in water: Effect of charge density and chemical composition.
Polymer, 2018, 158, 103-119.

1.8 5

7100
Monte Carlo Simulations of Fluid Phase Equilibria and Interfacial Properties for Water/Alkane
Mixtures: An Assessment of Nonpolarizable Water Models and of Departures from the
Lorentzâ€“Berthelot Combining Rules. Journal of Chemical &amp; Engineering Data, 2018, 63, 4256-4268.

1.0 26

7101
Identification of Lutzomyia longipalpis Odorant Binding Protein Modulators by Comparative
Modeling, Hierarchical Virtual Screening, and Molecular Dynamics. Journal of Chemistry, 2018, 2018,
1-10.

0.9 4

7102 Impact of H-Bonds and Porphyrins on Asphaltene Aggregation As Revealed by Molecular Dynamics
Simulations. Energy &amp; Fuels, 2018, 32, 11153-11164. 2.5 31

7103 Efficient and Accurate Hydration Site Profiling for Enclosed Binding Sites. Journal of Chemical
Information and Modeling, 2018, 58, 2183-2188. 2.5 14

7104 Protection against Dehydration: A Neutron Diffraction Study on Aqueous Solutions of a Model
Peptide and Trehalose. Journal of Physical Chemistry B, 2018, 122, 10291-10295. 1.2 20

7105 User-Tailored Metalâ€“Organic Frameworks as Supports for Carbonic Anhydrase. ACS Applied Materials
&amp; Interfaces, 2018, 10, 41326-41337. 4.0 49

7106 Communication: Nucleation rates of supersaturated aqueous NaCl using a polarizable force field.
Journal of Chemical Physics, 2018, 149, 141102. 1.2 16

7107 Understanding Thermodynamic and Kinetic Contributions in Expanding the Stability Window of
Aqueous Electrolytes. CheM, 2018, 4, 2872-2882. 5.8 187



387

Citation Report

# Article IF Citations

7108 Shear Viscosity Computed from the Finite-Size Effects of Self-Diffusivity in Equilibrium Molecular
Dynamics. Journal of Chemical Theory and Computation, 2018, 14, 5959-5968. 2.3 50

7109 Pharmacophore modeling, docking and molecular dynamics to identify Leishmania major farnesyl
pyrophosphate synthase inhibitors. Journal of Molecular Modeling, 2018, 24, 314. 0.8 5

7110 Molecular dynamics simulation of infinite dilution diffusivity of carbon dioxide in supercritical
water. International Journal of Modern Physics B, 2018, 32, 1850296. 1.0 4

7111 Contrasting Effects of Guanidinium Chloride and Urea on the Activity and Unfolding of Lysozyme. ACS
Omega, 2018, 3, 14119-14126. 1.6 33

7112 Characterization of Histone Deacetylase 8 (HDAC8) Selective Inhibition Reveals Specific Active Site
Structural and Functional Determinants. Journal of Medicinal Chemistry, 2018, 61, 10000-10016. 2.9 81

7113 Effect of pH on Size and Internal Structure of Poly(propylene imine) Dendrimers: A Molecular
Dynamics Simulation Study. Journal of Physical Chemistry B, 2018, 122, 9250-9263. 1.2 24

7114 Volume analysis of supercooled water under high pressure. MRS Advances, 2018, 3, 2467-2478. 0.5 1

7115 Large Hydrogen-Bond Mismatch between TMAO and Urea Promotes Their Hydrophobic Association.
CheM, 2018, 4, 2615-2627. 5.8 27

7116 Microemulsion Effects on Oil Recovery from Kerogen Using Molecular Dynamics Simulation. , 2018, , . 0

7117
Saturated aqueous NaCl solution and pure water in Na-montmorillonite clay at thermodynamic
conditions of hydraulic fracturing: Thermodynamics, structure and diffusion from molecular
simulations. Journal of Molecular Liquids, 2018, 271, 490-500.

2.3 19

7118 Temperature Effects on Water-Mediated Interactions at the Nanoscale. Journal of Physical Chemistry
B, 2018, 122, 8908-8920. 1.2 17

7119 Understanding of the Graphene Oxide/Metal-Organic Framework Interface at the Atomistic Scale. ACS
Applied Materials &amp; Interfaces, 2018, 10, 33619-33629. 4.0 40

7120 DNA Confined in a Nanodroplet: A Molecular Dynamics Study. Journal of Physical Chemistry B, 2018,
122, 8812-8818. 1.2 3

7121 Why different water models predict different structures under 2D confinement. Journal of
Computational Chemistry, 2018, 39, 2051-2059. 1.5 25

7122 Static and dynamic characteristics of SO2-O2 aqueous solution in the microstructure of porous
carbon materials. Frontiers of Environmental Science and Engineering, 2018, 12, 1. 3.3 5

7123 Free Energy and Dynamics of Water Droplet Coalescence. Journal of Physical Chemistry C, 2018, 122,
22975-22984. 1.5 19

7124 Nanostructure and Dynamics of Humidified Nafion/Graphene-Oxide Composites via Molecular
Dynamics Simulations. Journal of Physical Chemistry C, 2018, 122, 22864-22875. 1.5 16

7125
QM/MM Calculations on Proteinâ€“RNA Complexes: Understanding Limitations of Classical MD
Simulations and Search for Reliable Cost-Effective QM Methods. Journal of Chemical Theory and
Computation, 2018, 14, 5419-5433.

2.3 34



388

Citation Report

# Article IF Citations

7126 Revealing the roles of solvation in D-mannitol's polymorphic nucleation. CrystEngComm, 2018, 20,
7435-7445. 1.3 28

7127 Extending the perturbed matrix method beyond the dipolar approximation: comparison of different
levels of theory. Physical Chemistry Chemical Physics, 2018, 20, 24369-24378. 1.3 49

7128 Temperature dependent dynamics in water-ethanol liquid mixtures. Journal of Molecular Liquids, 2018,
271, 571-579. 2.3 21

7129 Finite-size corrections in numerical simulation of liquid water. Journal of Chemical Physics, 2018, 149,
094111. 1.2 7

7130
Isotope Effects in Water: Differences of Structure, Dynamics, Spectrum, and Proton Transport
between Heavy and Light Water from ReaxFF Reactive Force Field Simulations. Journal of Physical
Chemistry Letters, 2018, 9, 5445-5452.

2.1 22

7131 Dynamical insights into the mechanism of a droplet detachment from a fiber. Soft Matter, 2018, 14,
8924-8934. 1.2 24

7132 How Does Solvation Layer Mobility Affect Protein Structural Dynamics?. Frontiers in Molecular
Biosciences, 2018, 5, 65. 1.6 50

7133 Understanding membrane fouling by oil-in-water emulsion via experiments and molecular dynamics
simulations. Journal of Membrane Science, 2018, 566, 140-150. 4.1 58

7134
Can Arginine Inhibit Insulin Aggregation? A Combined Protein Crystallography, Capillary
Electrophoresis, and Molecular Simulation Study. Journal of Physical Chemistry B, 2018, 122,
10069-10076.

1.2 28

7135 Nanoscale Structure and Dynamics of Water on Pt and Cu Surfaces from MD Simulations. Langmuir,
2018, 34, 11905-11911. 1.6 11

7136 A simulation study of water property changes using geometrical alteration in SPC/E. Chinese Physics
B, 2018, 27, 083103. 0.7 6

7137 Neutron Diffraction Study on Partial Pair Correlation Functions of Water at Ambient Temperature.
Bulletin of the Chemical Society of Japan, 2018, 91, 1586-1595. 2.0 9

7138 Influence of pH and Salts on Partial Molar Volume of Lysozyme and Bovine Serum Albumin in Aqueous
Solutions. Chemical Engineering and Technology, 2018, 41, 2337-2345. 0.9 2

7139
Distribution of zwitter-ionic tryptophan between the micelles of 1-dodecyl-3-methyl imidazolium and
aqueous medium from molecular dynamic simulation. Physical Chemistry Chemical Physics, 2018, 20,
23747-23753.

1.3 0

7140 Modeling of solidâ€“liquid interfaces using scaled charges: rutile (110) surfaces. Physical Chemistry
Chemical Physics, 2018, 20, 23954-23966. 1.3 29

7141 Solvation and Aggregation of Meta-Aminobenzoic Acid in Water: Density Functional Theory and
Molecular Dynamics Study. Pharmaceutics, 2018, 10, 12. 2.0 9

7142 Boron nitride nanotubes as a nanotransporter for anti-cancer docetaxel drug in water/ethanol
solution. Journal of Molecular Liquids, 2018, 271, 151-156. 2.3 47

7143 In Silico Crystal Growth Rate Prediction for NaCl from Aqueous Solution. Crystal Growth and
Design, 2018, 18, 6302-6306. 1.4 24



389

Citation Report

# Article IF Citations

7144 RNA as a Complex Polymer with Coupled Dynamics of Ions and Water in the Outer Solvation Sphere.
Journal of Physical Chemistry B, 2018, 122, 11218-11227. 1.2 11

7145 Structural dynamics of propeller loop: towards folding of RNA G-quadruplex. Nucleic Acids Research,
2018, 46, 8754-8771. 6.5 29

7146 A molecular dynamics simulation study of PVT properties for H2O/H2/CO2 mixtures in near-critical and
supercritical regions of water. International Journal of Hydrogen Energy, 2018, 43, 10980-10990. 3.8 32

7147 Theoretical insights into the structural and fluorescence properties of DNA containing fluorescent
nucleobases. Physical Chemistry Chemical Physics, 2018, 20, 16641-16649. 1.3 1

7148 Effect of layered water structures on the anomalous transport through nanoscale graphene
channels. Journal of Physics Communications, 2018, 2, 085015. 0.5 12

7149 On the ability of classic scaled particle theory to reproduce the cavity contact correlation function
of water over a large hydrostatic pressure range. Journal of Molecular Liquids, 2018, 263, 243-246. 2.3 1

7150 Multilayer graphene with a rippled structure for water desalination. Journal of Molecular Liquids,
2018, 265, 208-215. 2.3 20

7151 Thermodynamics of Mixing Primary Alkanolamines with Water. Journal of Physical Chemistry B, 2018,
122, 6251-6259. 1.2 10

7152 Calculation of the Saturation Properties of a Model Octaneâ€“Water System Using Monte Carlo
Simulation. Journal of Physical Chemistry B, 2018, 122, 6260-6271. 1.2 6

7153 Surface Chemistry Affects the Efficacy of the Hydration Force between Two ZnO(101Ì…0) Surfaces.
Journal of Physical Chemistry C, 2018, 122, 12259-12266. 1.5 16

7154 Softly-confined water cluster between freestanding graphene sheets. AIP Conference Proceedings,
2018, , . 0.3 0

7155 A shell-resolved analysis of preferential solvation of coffee ingredients in aqueous mixtures of the
ionic liquid 1-ethyl-3-methylimidazolium acetate. Journal of Chemical Physics, 2018, 148, 193819. 1.2 17

7156 Molecular dynamics simulation of gaseous nitroaromatic compounds interacting with silica surfaces
under various humidity conditions. Applied Surface Science, 2018, 455, 533-542. 3.1 2

7157 Static structure of sodium polystyrene sulfonate solutions obtained through a coarse-grained
model. Molecular Physics, 2018, 116, 2244-2253. 0.8 2

7158 Concurrent coupling of realistic and ideal models of liquids and solids in Hamiltonian adaptive
resolution simulations. European Physical Journal E, 2018, 41, 64. 0.7 8

7159 Selective gas diffusion in two-dimensional MXene lamellar membranes: insights from molecular
dynamics simulations. Journal of Materials Chemistry A, 2018, 6, 11734-11742. 5.2 96

7160 Water desalination using graphene nanopores: influence of the water models used in simulations.
Physical Chemistry Chemical Physics, 2018, 20, 16005-16011. 1.3 36

7161 A molecular dynamics investigation of actinylâ€“ligand speciation in aqueous solution. Physical
Chemistry Chemical Physics, 2018, 20, 15753-15763. 1.3 13



390

Citation Report

# Article IF Citations

7162 Ionâ€“ion interactions in the denatured state contribute to the stabilization of CutA1 proteins.
Scientific Reports, 2018, 8, 7613. 1.6 6

7163 Effective stresses and estimations of the apparent Biot coefficient in stacked clay layers.
Geotechnique Letters, 2018, 8, 97-101. 0.6 7

7164 Ultrafast Water Permeation in Graphene Nanostructures Anomalously Enhances Twoâ€•Phase Heat
Transfer. Advanced Materials Interfaces, 2018, 5, 1800286. 1.9 28

7165 A New Methodology for Evaluating the Structural Similarity between Different Phases Using a
Dimensionality Reduction Technique. ACS Omega, 2018, 3, 5789-5798. 1.6 5

7166 Understanding Chemical Bonding in Alloys and the Representation in Atomistic Simulations. Journal
of Physical Chemistry C, 2018, 122, 14996-15009. 1.5 30

7167 Dendrimer Interactions with Lipid Bilayer: Comparison of Force Field and Effect of Implicit vs Explicit
Solvation. Journal of Chemical Theory and Computation, 2018, 14, 3825-3839. 2.3 21

7168 Confinement effect on water transport in CNT membranes. Chemical Engineering Science, 2018, 192,
1252-1259. 1.9 45

7169 The structure of aqueous lithium chloride solutions at high concentrations as revealed by a
comparison of classical interatomic potential models. Journal of Molecular Liquids, 2018, 264, 179-197. 2.3 29

7170 The effect of hydration number on the interfacial transport of sodium ions. Nature, 2018, 557, 701-705. 13.7 205

7171
Structural and biological evaluation of halogen derivatives of 1,9-pyrazoloanthrones towards the
design of a specific potent inhibitor of c-Jun-N-terminal kinase (JNK). New Journal of Chemistry, 2018,
42, 10651-10660.

1.4 3

7172 Interplay between translational diffusion and large-amplitude angular jumps of water molecules.
Journal of Chemical Physics, 2018, 148, 184502. 1.2 6

7173 Ultrafast nonthermal heating of water initiated by an X-ray Free-Electron Laser. Proceedings of the
National Academy of Sciences of the United States of America, 2018, 115, 5652-5657. 3.3 28

7174 Static dielectric constant of water within a bilayer using recent water models: a molecular dynamics
study. Journal of Physics Condensed Matter, 2018, 30, 195001. 0.7 10

7175 Computation of the Hydrodynamic Radius of Charged Nanoparticles from Nonequilibrium Molecular
Dynamics. Journal of Physical Chemistry B, 2018, 122, 5940-5950. 1.2 7

7176 Role of Solute Attractive Forces in the Atomic-Scale Theory of Hydrophobic Effects. Journal of
Physical Chemistry B, 2018, 122, 6272-6276. 1.2 12

7177 Using clathrate hydrates for gas storage and gas-mixture separations: experimental and
computational studies at multiple length scales. Molecular Physics, 2018, 116, 2041-2060. 0.8 18

7178 Polymorphism in diseaseâ€•related apolipoprotein Câ€• II amyloid fibrils: a structural model for rodâ€•like
fibrils. FEBS Journal, 2018, 285, 2799-2812. 2.2 6

7179 Does cage quantum delocalisation influence the translationâ€“rotational bound states of molecular
hydrogen in clathrate hydrate?. Faraday Discussions, 2018, 212, 533-546. 1.6 13



391

Citation Report

# Article IF Citations

7180 Structure and the dynamics of nano-confined water in the vicinity of functionalized graphene. Fluid
Phase Equilibria, 2018, 472, 160-171. 1.4 7

7181 Probing translational and rotational dynamics in hydrophilic/hydrophobic anion based imidazolium
ionic liquidâ€“water mixtures. Soft Matter, 2018, 14, 6109-6118. 1.2 8

7182
Wrinkle- and Edge-Adsorption of Aromatic Compounds on Graphene Oxide as Revealed by Atomic Force
Microscopy, Molecular Dynamics Simulation, and Density Functional Theory. Environmental Science
&amp; Technology, 2018, 52, 7689-7697.

4.6 84

7183 The spatial range of protein hydration. Journal of Chemical Physics, 2018, 148, 215104. 1.2 29

7184 Selective Molecular Transport in Thermoresponsive Polymer Membranes: Role of Nanoscale Hydration
and Fluctuations. Macromolecules, 2018, 51, 4853-4864. 2.2 28

7185
Towards sustainable micro-pollutantsâ€™ removal from wastewaters: caffeine solubility, self-diffusion
and adsorption studies from aqueous solutions into hydrochars. Molecular Physics, 2018, 116,
2129-2141.

0.8 13

7186 How does microwave irradiation affect aqueous solutions of polar solutes?. Journal of Molecular
Liquids, 2018, 266, 218-228. 2.3 15

7187 Dynamics of water in conical solvation shells around a benzene solute under different
thermodynamic conditions. Physical Chemistry Chemical Physics, 2018, 20, 18328-18339. 1.3 5

7188 Compressibility of the protein-water interface. Journal of Chemical Physics, 2018, 148, 215102. 1.2 13

7189
Partition coefficients of methylated DNA bases obtained from free energy calculations with
molecular electron density derived atomic charges. Journal of Computational Chemistry, 2018, 39,
1728-1737.

1.5 3

7190 Specific ion effects for polyelectrolytes in aqueous and non-aqueous media: the importance of the ion
solvation behavior. Soft Matter, 2018, 14, 6243-6255. 1.2 27

7191 Polarization effect within a protein crystal: A molecular dynamics simulation study. Chemical Physics
Letters, 2018, 706, 303-307. 1.2 6

7192 Fully quantum calculation of the second and third virial coefficients of water and its isotopologues
from<i>ab initio</i>potentials. Faraday Discussions, 2018, 212, 467-497. 1.6 23

7193
Calcium Phosphate Deposition on Planar and Stepped (101) Surfaces of Anatase TiO<sub>2</sub>:
Introducing an Interatomic Potential for the TiO<sub>2</sub>/Ca-PO<sub>4</sub>/Water Interface.
Langmuir, 2018, 34, 10144-10152.

1.6 5

7194 Water in Narrow Carbon Nanotubes: Roughness Promoted Diffusion Transition. Journal of Physical
Chemistry C, 2018, 122, 19124-19132. 1.5 32

7195
Molecular Dynamics Simulations of Water Structure and Diffusion in a 1 nm Diameter Silica Nanopore
as a Function of Surface Charge and Alkali Metal Counterion Identity. Journal of Physical Chemistry C,
2018, 122, 17764-17776.

1.5 47

7196 Modeling Soft Supramolecular Nanostructures by Molecular Simulations. , 2018, , . 0

7197 Molecular Dynamics Simulation of Cyclooxygenase-2 Complexes with Indomethacin
<i>closo</i>-Carborane Analogs. Journal of Chemical Information and Modeling, 2018, 58, 1990-1999. 2.5 12



392

Citation Report

# Article IF Citations

7198 Combined Experimental and Simulation Study of Amplitude Modulation Atomic Force Microscopy
Measurements of Self-Assembled Monolayers in Water. Langmuir, 2018, 34, 9627-9633. 1.6 13

7199 Three-Dimensional Characterization of Layers of Condensed Gas Molecules Forming Universally on
Hydrophobic Surfaces. Journal of the American Chemical Society, 2018, 140, 10473-10481. 6.6 50

7200 Computational methodology for solubility prediction: Application to sparingly soluble
organic/inorganic materials. Journal of Chemical Physics, 2018, 149, 054102. 1.2 23

7201 Mixtures of Alcohols and Water confined in Mesoporous Silica: A Combined Solid-State NMR and
Molecular Dynamics Simulation Study. Journal of Physical Chemistry C, 2018, 122, 19540-19550. 1.5 20

7202 Molecular investigation of the wettability of rough surfaces using molecular dynamics simulation.
Physical Chemistry Chemical Physics, 2018, 20, 22308-22319. 1.3 31

7203 Investigation of the Liquidâ€“Vapor Interface of Waterâ€“Formamide Mixtures by Computer Simulation
and Intrinsic Surface Analysis. Journal of Physical Chemistry C, 2018, 122, 19639-19651. 1.5 10

7204 Many-body effect determines the selectivity for Ca <sup>2+</sup> and Mg <sup>2+</sup> in proteins.
Proceedings of the National Academy of Sciences of the United States of America, 2018, 115, E7495-E7501. 3.3 73

7205 Molecular mechanism of viscoelastic polymer enhanced oil recovery in nanopores. Royal Society Open
Science, 2018, 5, 180076. 1.1 28

7206
Spectroscopic and Molecular Dynamics Simulation Study of Lysozyme in the Aqueous Mixture of
Ethanol: Insights into the Nonmonotonic Change of the Structure of Lysozyme. Journal of Physical
Chemistry B, 2018, 122, 7811-7820.

1.2 9

7207 Biosolvation Nature of Ionic Liquids: Molecular Dynamics Simulation of Methylated Nucleobases in
Hydrated 1-Ethyl-3-methylimidazolium Acetate. ACS Omega, 2018, 3, 8344-8354. 1.6 14

7208
Identification of new promising Plasmodium falciparum superoxide dismutase allosteric inhibitors
through hierarchical pharmacophore-based virtual screening and molecular dynamics. Journal of
Molecular Modeling, 2018, 24, 220.

0.8 10

7209 Mineral- and Ion-Specific Effects at Clayâ€“Water Interfaces: Structure, Diffusion, and Hydrodynamics.
Journal of Physical Chemistry C, 2018, 122, 18484-18492. 1.5 34

7210 Ig-like Domain in Endoglucanase Cel9A from Alicyclobacillus acidocaldarius Makes Dependent the
Enzyme Stability on Calcium. Molecular Biotechnology, 2018, 60, 698-711. 1.3 6

7211 Wettability and Surface Free Energy Analyses of Monolayer Graphene. Journal of Thermal Science,
2018, 27, 359-363. 0.9 9

7212 A molecular dynamics framework to explore the structure and dynamics of layered double
hydroxides. Applied Clay Science, 2018, 163, 164-177. 2.6 27

7213 Temperature-Dependent Segregation in Alcoholâ€“Water Binary Mixtures Is Driven by Water Clustering.
Journal of Physical Chemistry B, 2018, 122, 7884-7894. 1.2 41

7214 Atomic-Scale 3D Local Hydration Structures Influenced by Water-Restricting Dimensions. Langmuir,
2018, 34, 9114-9121. 1.6 17

7215
Study of distance dependence of hydrophobic force between two graphene-like walls and a signature
of pressure induced structure formation in the confined water. Journal of Chemical Physics, 2018,
149, 044502.

1.2 11



393

Citation Report

# Article IF Citations

7216 A polarizable MARTINI model for monovalent ions in aqueous solution. Journal of Chemical Physics,
2018, 149, 163319. 1.2 32

7217 3-D manipulation of a single nano-droplet on graphene with an electrowetting driving scheme:
critical condition and tunability. Nanoscale, 2018, 10, 16079-16086. 2.8 7

7218 Thermal Transport across SiCâ€“Water Interfaces. ACS Applied Materials &amp; Interfaces, 2018, 10,
29179-29186. 4.0 25

7219 Seawater desalination using pillared graphene as a novel nano-membrane in reverse osmosis process:
nonequilibrium MD simulation study. Physical Chemistry Chemical Physics, 2018, 20, 22241-22248. 1.3 20

7220 Interfacial Liquid Structuring at SiC-Water Interfaces and its Effects on Heat Transfer. , 2018, , . 2

7221 Properties of Hydrogen Bonds in Water and Monohydric Alcohols. Russian Journal of Physical
Chemistry A, 2018, 92, 1516-1522. 0.1 6

7222 The Effect of Alkaline Cations on the Intercalation of Carbon Dioxide in Sepiolite Minerals: A
Molecular Dynamics Investigation. Frontiers in Materials, 2018, 5, . 1.2 2

7223 Macromolecular crowding and the importance of proper hydration for the structure and dynamics
of protein solutions. Physical Chemistry Chemical Physics, 2018, 20, 19581-19594. 1.3 11

7224 Half Reactions with Multiple Redox States Do Not Follow the Standard Theory: A Computational
Study of Electrochemistry of C<sub>60</sub>. Journal of Physical Chemistry C, 2018, 122, 17080-17087. 1.5 3

7225
Arginine/Tryptophanâ€•Rich Cyclic Î±/Î²â€•Antimicrobial Peptides: Theâ€‰Roles of Hydrogen Bonding and
Hydrophobic/Hydrophilic Solventâ€•Accessible Surface Areas upon Activity and Membrane Selectivity.
Chemistry - A European Journal, 2018, 24, 14242-14253.

1.7 18

7226 Effect of an external electric field on capillary filling of water in hydrophilic silica nanochannels.
Physical Chemistry Chemical Physics, 2018, 20, 18262-18270. 1.3 19

7227 The potential impact of carboxylic-functionalized multi-walled carbon nanotubes on trypsin: A
Comprehensive spectroscopic and molecular dynamics simulation study. PLoS ONE, 2018, 13, e0198519. 1.1 19

7228 The significance of the properties of water for the working cycle of the kinesin molecular motor.
Journal of Chemical Physics, 2018, 148, 235101. 1.2 2

7229 Enhancement of water self-diffusion at super-hydrophilic surface with ordered water. Chinese
Physics B, 2018, 27, 060101. 0.7 7

7230 On the Binding Free Energy and Molecular Origin of Sickle Cell Hemoglobin Aggregation. Journal of
Physical Chemistry B, 2018, 122, 7475-7483. 1.2 11

7231
Revealing the Role of Oxygen Debris and Functional Groups on the Water Flux and Molecular
Separation of Graphene Oxide Membrane: A Combined Experimental and Theoretical Study. Journal of
Physical Chemistry C, 2018, 122, 17507-17517.

1.5 32

7232 Saltwater transport through pristine and positively charged graphene membranes. Journal of
Chemical Physics, 2018, 149, 024704. 1.2 17

7233 Coarse-Grained Simulations of Aqueous Thermoresponsive Polyethers. Polymers, 2018, 10, 475. 2.0 12



394

Citation Report

# Article IF Citations

7234
Conformational and dynamical basis for cross-reactivity observed between anti HIV-1 protease
antibody with protease and an epitope peptide from it. International Journal of Biological
Macromolecules, 2018, 118, 1696-1707.

3.6 2

7235 Re-examining the tetraphenyl-arsonium/tetraphenyl-borate (TATB) hypothesis for single-ion solvation
free energies. Journal of Chemical Physics, 2018, 148, 222830. 1.2 22

7236 Hydration and dehydration of monovalent cations near an electrode surface. Journal of Chemical
Physics, 2018, 149, 014705. 1.2 17

7237 Molecular Dynamics Simulation of Water-Based Fracturing Fluids in Kaolinite Slit Pores. Journal of
Physical Chemistry C, 2018, 122, 17170-17183. 1.5 33

7238 Butane dihedral angle dynamics in water is dominated by internal friction. Proceedings of the
National Academy of Sciences of the United States of America, 2018, 115, 5169-5174. 3.3 56

7239 Atomistic Model of Realistic Crystalline Mesoporous Organosilica Materials Including Nanochannels.
Journal of Physical Chemistry C, 2018, 122, 17825-17835. 1.5 2

7240
A molecular dynamics simulation scenario for studying solvent-mediated interactions of polymers
and application to thermoresponse of poly(N-isopropylacrylamide) in water. Journal of Molecular
Liquids, 2018, 268, 294-302.

2.3 14

7241 Monte Carlo Simulation Strategies to Compute the Interfacial Properties of a Model
Octaneâ€“Waterâ€“Silica System. Journal of Physical Chemistry C, 2018, 122, 17309-17318. 1.5 15

7242 Phase Diagrams of TIP4P/2005, SPC/E, and TIP5P Water at High Pressure. Journal of Physical Chemistry B,
2018, 122, 7718-7725. 1.2 28

7243 Structural Behavior of Isolated Asphaltene Molecules at the Oilâ€“Water Interface. Energy &amp; Fuels,
2018, 32, 8259-8267. 2.5 22

7244 Communication: Computing the Helmholtz capacitance of charged insulator-electrolyte interfaces
from the supercell polarization. Journal of Chemical Physics, 2018, 149, 031103. 1.2 11

7245
Mouse modeling and structural analysis of the p.G307S mutation in human cystathionine Î²-synthase
(CBS) reveal effects on CBS activity but not stability. Journal of Biological Chemistry, 2018, 293,
13921-13931.

1.6 11

7246
2D-HB-Network at the air-water interface: A structural and dynamical characterization by means of
<i>ab initio</i> and classical molecular dynamics simulations. Journal of Chemical Physics, 2018, 148,
174701.

1.2 35

7247 Electric-Field Effects on Ionic Hydration: A Molecular Dynamics Study. Journal of Physical Chemistry
B, 2018, 122, 5991-5998. 1.2 36

7248 Infrared spectroscopic study of super-critical water across the Widom line. Chemical Physics Letters,
2018, 702, 96-101. 1.2 7

7249 Molecular Simulation of Quaternary Ammonium Solutions at Low Hydration Levels. Journal of
Physical Chemistry C, 2018, 122, 11204-11213. 1.5 43

7250 Rational Design of Two-Dimensional Hydrocarbon Polymer as Ultrathin-Film Nanoporous Membranes
for Water Desalination. ACS Applied Materials &amp; Interfaces, 2018, 10, 18778-18786. 4.0 31

7251 Bulk viscosity of molecular fluids. Journal of Chemical Physics, 2018, 148, 174504. 1.2 59



395

Citation Report

# Article IF Citations

7252 Anomalous surface behavior of hydrated guanidinium ions due to ion pairing. Journal of Chemical
Physics, 2018, 148, 144508. 1.2 10

7253 Adsorption Free Energies of Imidazolinium-Type Surfactants in Infinite Dilution and in Micellar State
on Gold Surface. Journal of Physical Chemistry B, 2018, 122, 5933-5939. 1.2 21

7254 Entropy connects water structure and dynamics in protein hydration layer. Physical Chemistry
Chemical Physics, 2018, 20, 14765-14777. 1.3 45

7255 Charge and hydration structure of dendritic polyelectrolytes: molecular simulations of polyglycerol
sulphate. Soft Matter, 2018, 14, 4300-4310. 1.2 13

7256 Interfacial ion solvation: Obtaining the thermodynamic limit from molecular simulations. Journal of
Chemical Physics, 2018, 148, 222823. 1.2 17

7257 Including diverging electrostatic potential in 3D-RISM theory: The charged wall case. Journal of
Chemical Physics, 2018, 148, 114106. 1.2 2

7258 On the solvation of the phosphocholine headgroup in an aqueous propylene glycol solution. Journal
of Chemical Physics, 2018, 148, 135102. 1.2 7

7259 Revival of collective water structure and dynamics in reverse micelles brought about by protein
encapsulation. Physical Chemistry Chemical Physics, 2018, 20, 22932-22945. 1.3 10

7260 The Effect of Hydration on the Structure and Transport Properties of Confined Carbon Dioxide and
Methane in Calcite Nanopores. Frontiers in Energy Research, 2018, 6, . 1.2 17

7261 Rational Design of Thermostable Carbonic Anhydrase Mutants Using Molecular Dynamics Simulations.
Journal of Physical Chemistry B, 2018, 122, 8526-8536. 1.2 38

7262 Role of hydration energy and co-ions association on monovalent and divalent cations adsorption at
mica-aqueous interface. Scientific Reports, 2018, 8, 12198. 1.6 51

7263 Structure and slow dynamics of protein hydration water. Journal of Molecular Liquids, 2018, 268,
903-910. 2.3 22

7264 Structuring of Organic Solvents at Solid Interfaces and Ramifications for Antimalarial Adsorption
on Î²-Hematin Crystals. ACS Applied Materials &amp; Interfaces, 2018, 10, 29288-29298. 4.0 6

7265 Origin of hydration lubrication of zwitterions on graphene. Nanoscale, 2018, 10, 16887-16894. 2.8 36

7266 Molecular dynamics study on the microstructure of CH<sub>3</sub>COOLi solutions with different
concentrations. Functional Materials Letters, 2018, 11, 1850075. 0.7 1

7267 Specific Ion Effects on Zwitterionic Micelles Are Independent of Interfacial Hydration Changes.
Langmuir, 2018, 34, 11049-11057. 1.6 7

7268 Multiscale Simulation of the Interaction and Adsorption of Ions on a Hydrophobic Graphene Surface.
ChemPhysChem, 2018, 19, 2954-2960. 1.0 17

7269 Advances in Computational Studies of the Liquidâ€“Liquid Transition in Water and Water-Like Models.
Chemical Reviews, 2018, 118, 9129-9151. 23.0 152



396

Citation Report

# Article IF Citations

7270 Structure, orientation, and dynamics of water-soluble ions adsorbed to basal surfaces of calcium
monosulfoaluminate hydrates. Physical Chemistry Chemical Physics, 2018, 20, 24681-24694. 1.3 25

7271
A computational scheme of p<i>K</i><sub>a</sub> values based on the three-dimensional reference
interaction site model self-consistent field theory coupled with the linear fitting correction scheme.
Physical Chemistry Chemical Physics, 2018, 20, 27272-27279.

1.3 11

7272 A fast and accurate computational method for the linear-combination-based isotropic periodic sum.
Scientific Reports, 2018, 8, 11880. 1.6 2

7273 Replicate or alternate? Isotropic boundary conditions and implications for Ewald summation.
Europhysics Letters, 2018, 123, 10003. 0.7 5

7274 Molecular Dynamics Simulations of Furfural and 5-Hydroxymethylfurfural at Ambient and
Hydrothermal Conditions. Journal of Physical Chemistry B, 2018, 122, 8416-8428. 1.2 7

7275 Viscous interfacial layer formation causes electroosmotic mobility reversal in monovalent
electrolytes. Physical Chemistry Chemical Physics, 2018, 20, 22517-22524. 1.3 16

7276 Prediction and Control of Ice Crystal Growth in Frozen Foods. Japan Journal of Food Engineering,
2018, 19, 79-88. 0.1 0

7277 Ice Nanoribbons Confined in Uniaxially Distorted Carbon Nanotubes. Journal of Physical Chemistry C,
2018, 122, 18493-18500. 1.5 5

7278 Adsorption of 17Î±-ethynyl estradiol and Î²-estradiol on graphene oxide surface: An experimental and
computational study. Journal of Molecular Liquids, 2018, 269, 160-168. 2.3 24

7279 Renormalization of Ionic Solvation Shells in Nanochannels. ACS Applied Materials &amp; Interfaces,
2018, 10, 27801-27809. 4.0 40

7280 Understanding three-body contributions to coarse-grained force fields. Physical Chemistry Chemical
Physics, 2018, 20, 22387-22394. 1.3 34

7281 Theoretical insight into the adsorption of aromatic compounds on graphene oxide. Environmental
Science: Nano, 2018, 5, 2357-2367. 2.2 76

7282 A reassessment of entropy convergence in solvation thermodynamics. Journal of Molecular Liquids,
2018, 269, 119-125. 2.3 6

7283 Dynamics of DDB2-DDB1 complex under different naturally-occurring mutants in Xeroderma
Pigmentosum disease. Biochimica Et Biophysica Acta - General Subjects, 2018, 1862, 2579-2589. 1.1 7

7284 Hydration Free Energies in the FreeSolv Database Calculated with Polarized Iterative Hirshfeld
Charges. Journal of Chemical Information and Modeling, 2018, 58, 1779-1797. 2.5 31

7285 Thermodynamic, structural, and dynamical properties of nano-confined water using SPC/E and TIP4P
models by molecular dynamics simulations. New Journal of Chemistry, 2018, 42, 16258-16272. 1.4 9

7286 Universal effects of solvent species on the stabilized structure of a protein. Journal of Chemical
Physics, 2018, 149, 045105. 1.2 22

7287 Cyclic Hexapeptide Mimics of the LEDGF Integrase Recognition Loop in Complex with HIVâ€•1 Integrase.
ChemMedChem, 2018, 13, 1555-1565. 1.6 5



397

Citation Report

# Article IF Citations

7288 How proteins modify water dynamics. Journal of Chemical Physics, 2018, 148, 215103. 1.2 41

7289 Waterâ€™s Interfacial Hydrogen Bonding Structure Reveals the Effective Strength of Surfaceâ€“Water
Interactions. Journal of Physical Chemistry B, 2018, 122, 6781-6789. 1.2 36

7290 Unravelling the Composition-Dependent Anomalies of Pair Hydrophobicity in Waterâ€“Ethanol Binary
Mixtures. Journal of Physical Chemistry B, 2018, 122, 6801-6809. 1.2 19

7291 Directional Motion of Water Droplet on Nanocone Surface Driven by Curvature Gradient: A
Molecular Dynamics Simulation Study. Journal of Physical Chemistry C, 2018, 122, 14937-14944. 1.5 17

7292 PRODAN differentially influences its local environment. Physical Chemistry Chemical Physics, 2018, 20,
16060-16066. 1.3 13

7293 Preventing iron(ii) precipitation in aqueous systems using polyacrylic acid: some molecular insights.
Physical Chemistry Chemical Physics, 2018, 20, 18056-18065. 1.3 3

7294 A Systematic Protocol for Benchmarking Guestâ€“Host Interactions by Firstâ€•Principles Computations:
Capturing CO<sub>2</sub> in Clathrate Hydrates. Chemistry - A European Journal, 2018, 24, 9353-9363. 1.7 13

7295
Ion effect on the dynamics of water hydrogen bonding network: A theoretical and computational
spectroscopy point of view. Wiley Interdisciplinary Reviews: Computational Molecular Science, 2018,
8, e1373.

6.2 11

7296 Binding of indomethacin methyl ester to cyclooxygenase-2. A computational study. Journal of
Molecular Modeling, 2018, 24, 150. 0.8 7

7297 The geometry of protein hydration. Journal of Chemical Physics, 2018, 148, 215101. 1.2 38

7298 Molecular Dynamics Simulations of Water, Silica, and Aqueous Mixtures in Bulk and Confinement.
Zeitschrift Fur Physikalische Chemie, 2018, 232, 1187-1225. 1.4 28

7299 Heterogeneous Impacts of Protein-Stabilizing Osmolytes on Hydrophobic Interaction. Journal of
Physical Chemistry B, 2018, 122, 6922-6930. 1.2 22

7300 Molecular dynamics simulation of binary betaine and anionic surfactant mixtures at decane - Water
interface. Journal of Molecular Liquids, 2018, 266, 82-89. 2.3 36

7301 Revisiting electrolyte thermodynamic models: Insights from molecular simulations. AICHE Journal,
2018, 64, 3728-3734. 1.8 19

7302 Water Flow through Interlayer Channels of Two-Dimensional Materials with Various
Hydrophilicities. Journal of Physical Chemistry C, 2018, 122, 15772-15779. 1.5 30

7303 The impact of tensorial temperature on equilibrium thermodynamics. Physical Chemistry Chemical
Physics, 2018, 20, 16910-16912. 1.3 2

7304 Finite-size integral equations in the theory of liquids and the thermodynamic limit in computer
simulations. Molecular Physics, 2018, 116, 3301-3310. 0.8 18

7305 Free Energy Analyses for the ATP Hydrolysis in Aqueous Solution by Large-Scale QM/MM Simulations
Combined with a Theory of Solutions. , 2018, , 3-23. 0



398

Citation Report

# Article IF Citations

7306 A multiscale model for charge inversion in electric double layers. Journal of Chemical Physics, 2018,
148, 214102. 1.2 18

7307 Coarseâ€•grained molecular dynamics simulations of polymerization with forward and backward
reactions. Journal of Computational Chemistry, 2018, 39, 1764-1778. 1.5 13

7308 Removal of Cs, Sr, U and Pu species from simulated nuclear waste effluent using graphene oxide.
Journal of Radioanalytical and Nuclear Chemistry, 2018, 317, 93-102. 0.7 10

7309 Structure and permeability of ionomers studied by atomistic molecular simulation combined with the
theory of solutions in the energy representation. Journal of Chemical Physics, 2018, 148, 214903. 1.2 16

7310 Molecular exchange Monte Carlo: A generalized method for identity exchanges in grand canonical
Monte Carlo simulations. Journal of Chemical Physics, 2018, 149, 072318. 1.2 7

7311 Variations of the Hydrogen Bonding and Hydrogen-Bonded Network in Ethanolâ€“Water Mixtures on
Cooling. Journal of Physical Chemistry B, 2018, 122, 6790-6800. 1.2 29

7312 Kerogen Maturation Effects on Pore Morphology and Enhanced Shale Oil Recovery. , 2018, , . 5

7313
Structure, polarity, dynamics, and vibrational spectral diffusion of liquidâ€“vapour interface of a
waterâ€“methanol mixture from first principles simulation using dispersion corrected density
functional. Indian Journal of Physics, 2018, 92, 1337-1346.

0.9 2

7314
An intricate balance of hydrogen bonding, ion atmosphere and dynamics facilitates a seamless uracil
to cytosine substitution in the U-turn of the neomycin-sensing riboswitch. Nucleic Acids Research,
2018, 46, 6528-6543.

6.5 26

7315 A set-up for simultaneous measurement of second harmonic generation and streaming potential and
some test applications. Journal of Colloid and Interface Science, 2018, 529, 294-305. 5.0 22

7316 Spatially Resolved Thermodynamic Integration: An Efficient Method To Compute Chemical Potentials
of Dense Fluids. Journal of Chemical Theory and Computation, 2018, 14, 3409-3417. 2.3 25

7317 Resistance of water transport in carbon nanotube membranes. Nanoscale, 2018, 10, 13242-13249. 2.8 45

7318 Effect of glucose fouling on the dissolved gases permeation through maximumâ€•crystallized
poly(lactic acid) films. Journal of Applied Polymer Science, 2018, 135, 46604. 1.3 2

7319 Molecular Perspective of Gasâ€“Liquid Interfaces. , 2018, , 1-40. 1

7320 Refinement of Peptide Conformational Ensembles by 2D IR Spectroscopy: Application to Alaâ€’Alaâ€’Ala.
Biophysical Journal, 2018, 114, 2820-2832. 0.2 16

7321 Molecular simulations of hydrated phyllomanganates. Geochimica Et Cosmochimica Acta, 2018, 235,
208-223. 1.6 12

7322 Mechanisms associated with the effects of urea on the micellar structure of sodium dodecyl sulphate
in aqueous solutions. Progress in Biophysics and Molecular Biology, 2018, 140, 117-123. 1.4 6

7323 Rotational dynamics of polyatomic ions in aqueous solutions: From continuum model to
mode-coupling theory, aided by computer simulations. Journal of Chemical Physics, 2018, 148, 224504. 1.2 7



399

Citation Report

# Article IF Citations

7324
Computer simulations reveal changes in the conformational space of the transcriptional regulator
MosR upon the formation of a disulphide bond and in the collective motions that regulate its
DNA-binding affinity. PLoS ONE, 2018, 13, e0192826.

1.1 5

7325
Configurational-Bias Monte Carlo Back-Mapping Algorithm for Efficient and Rapid Conversion of
Coarse-Grained Water Structures into Atomistic Models. Journal of Physical Chemistry B, 2018, 122,
7102-7110.

1.2 3

7326 Dynamic features of water molecules in superconcentrated aqueous electrolytes. Scientific Reports,
2018, 8, 9347. 1.6 20

7327 Cyanographene and Graphene Acid: The Functional Group of Graphene Derivative Determines the
Application in Electrochemical Sensing and Capacitors. ChemElectroChem, 2019, 6, 229-234. 1.7 27

7328 Molecular-scale simulations of organic compounds on ice: application to atmospheric and
interstellar sciences. Molecular Simulation, 2019, 45, 403-416. 0.9 8

7329 Specific properties of supercooled water in light of water anomalies. Molecular Simulation, 2019, 45,
304-309. 0.9 3

7330 Insights into the DNA binding induced thermal stabilization of transcription factor FOXP3. Journal of
Biomolecular Structure and Dynamics, 2019, 37, 2219-2229. 2.0 8

7331 Numerical investigation of the nano-scale solutal Marangoni convections. Journal of the Taiwan
Institute of Chemical Engineers, 2019, 98, 20-26. 2.7 6

7332 Parallel Cascade Selection Molecular Dynamics Simulations for Transition Pathway Sampling of
Biomolecules. Advances in Quantum Chemistry, 2019, , 129-147. 0.4 0

7333 Adsorption behaviour of NaCl solution on the surface of MgO: a molecular dynamics study.
Molecular Physics, 2019, 117, 267-279. 0.8 5

7334 A comparison of different water models for melting point calculation of methane hydrate using
molecular dynamics simulations. Chemical Physics, 2019, 516, 6-14. 0.9 25

7335 Wangâ€“Landau approach to the simulation of water clusters. Molecular Simulation, 2019, 45, 241-248. 0.9 3

7336 Rotational and translational dynamics of the SPC/E water model. Journal of Molecular Liquids, 2019,
275, 895-908. 2.3 22

7337 Calculation of the surface tension of water: 40 years of molecular simulations. Molecular
Simulation, 2019, 45, 295-303. 0.9 19

7338 Soret coefficients and thermal conductivities of alkali halide aqueous solutions via non-equilibrium
molecular dynamics simulations. Molecular Simulation, 2019, 45, 351-357. 0.9 10

7339 Screening of Coulomb interactions in liquid dielectrics. Journal of Physics Condensed Matter, 2019,
31, 325101. 0.7 6

7340 Electrostatic pair-potentials based on the Poisson equation. New Journal of Physics, 2019, 21, 063008. 1.2 4

7341
Thermodynamics of Helix formation in small peptides of varying length<i>in vacuo</i>, implicit
solvent and explicit solvent: Comparison between AMBER force fields. Journal of Theoretical and
Computational Chemistry, 2019, 18, 1950015.

1.8 7



400

Citation Report

# Article IF Citations

7342 Study of nanoconfined mixtures of decane and water: Structure and dynamic. Fluid Phase Equilibria,
2019, 502, 112279. 1.4 2

7343 Effects of H-bond asymmetry on the electronic properties of liquid water â€“ An AIMD analysis. Journal
of Molecular Liquids, 2019, 293, 111579. 2.3 9

7344 Molecular docking and molecular dynamics simulation studies on PLCE1 encoded protein. Journal of
Molecular Structure, 2019, 1198, 126936. 1.8 25

7345 Upgrading and Validation of the AMBER Force Field for Histidine and Cysteine Zinc(II)-Binding Residues
in Sites with Four Protein Ligands. Journal of Chemical Information and Modeling, 2019, 59, 3803-3816. 2.5 42

7346

<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:mi>K</mml:mi></mml:mrow></mml:math> -Shell Core-Electron
Excitations in Electronic Stopping of Protons in Water from First Principles. Physical Review Letters,
2019, 123, 066401.

2.9 34

7347 Numerical study on transport properties of the working mixtures for coal supercritical water
gasification based power generation systems. Applied Thermal Engineering, 2019, 162, 114228. 3.0 22

7348 Anisotropic Extended-Chain Polymer Nanocrystals. Macromolecules, 2019, 52, 6142-6148. 2.2 4

7349
The possibility of cadmium extraction to the ionic liquid 1-hexyl-3-methylimidazolium
hexafluorophosphate in the presence of hydrochloric acid: a molecular dynamics study of the
waterâ€“IL interface. Theoretical Chemistry Accounts, 2019, 138, 1.

0.5 3

7350 Carbon dioxide adsorption on a modified zeolite with sodium dodecyl sulfate surfactants: A
molecular dynamics study. Journal of Molecular Graphics and Modelling, 2019, 92, 243-248. 1.3 7

7351
Surface Characterization of Colloidal Silica Nanoparticles by Second Harmonic Scattering:
Quantifying the Surface Potential and Interfacial Water Order. Journal of Physical Chemistry C, 2019,
123, 20393-20404.

1.5 36

7352 Finite field formalism for bulk electrolyte solutions. Journal of Chemical Physics, 2019, 151, . 1.2 15

7353 An atomistic insight into the implications of ion-tuned water injection in wetting preferences of
carbonate reservoirs. Journal of Molecular Liquids, 2019, 293, 111530. 2.3 21

7354
Molecular Dynamics Simulation Studies of the Temperature-Dependent Structure and Dynamics of
Isopropanolâ€“Water Liquid Mixtures at Low Alcohol Content. Journal of Physical Chemistry B, 2019,
123, 7599-7610.

1.2 21

7355 Phase, Structure, and Dynamics of the Hydration Layer Probed by Atomic Force Microscopy. Journal of
Physical Chemistry C, 2019, 123, 21528-21537. 1.5 8

7356 Implications of the Interface Modeling Approach on the Heat Transfer across Graphiteâ€“Water
Interfaces. Journal of Physical Chemistry C, 2019, 123, 22311-22323. 1.5 22

7357 Stationary-Phase Contributions to Surface Diffusion in Reversed-Phase Liquid Chromatography: Chain
Length versus Ligand Density. Journal of Physical Chemistry C, 2019, 123, 21617-21628. 1.5 18

7358 Electrolytes under Inhomogeneous Nanoconfinement: Water Structuring-Mediated Local Ion
Accumulation. Journal of Physical Chemistry Letters, 2019, 10, 4895-4902. 2.1 6

7359 Modulation of structure and dynamics of water under alternating electric field and the role of
hydrogen bonding. Molecular Physics, 2019, 117, 3282-3296. 0.8 14



401

Citation Report

# Article IF Citations

7361 Characterization of H/D exchange in type 1 pili by proton-detected solid-state NMR and molecular
dynamics simulations. Journal of Biomolecular NMR, 2019, 73, 281-291. 1.6 5

7362 Effect of Molecular Orientational Correlations on Solvation Free Energy Computed by Reference
Interaction Site Model Theory. Journal of Chemical Information and Modeling, 2019, 59, 3770-3781. 2.5 24

7363 Ordered hydration layer mediated ice adsorption of a globular antifreeze protein: mechanistic
insight. Physical Chemistry Chemical Physics, 2019, 21, 19298-19310. 1.3 19

7364 The effect of CO<sub>2</sub> loading on alkanolamine absorbents in aqueous solutions. Physical
Chemistry Chemical Physics, 2019, 21, 18386-18392. 1.3 14

7365 Molecular Insight into Water Transport through Heterogeneous GO-based Two-Dimensional
Nanocapillary. ACS Applied Materials &amp; Interfaces, 2019, 11, 33409-33418. 4.0 14

7366 Hydrogen bond analysis of confined water in mesoporous silica using the reactive force field.
Molecular Simulation, 2019, 45, 1437-1446. 0.9 9

7367 Surface tension calculations of the cationic (CTAB) and the zwitterionic (SB3-12) surfactants using
new force field models: a computational study. Molecular Physics, 2019, 117, 3632-3641. 0.8 11

7368 The theoretical study of dielectric properties of water using the modified
Onsager-Kirkwood-FrÃ¶hlich theory. , 2019, , . 0

7369 Dynamic properties of aqueous electrolyte solutions from non-polarisable, polarisable, and
scaled-charge models. Molecular Physics, 2019, 117, 3538-3549. 0.8 30

7370 Effect of Surface Hydrophilicity on the Interfacial Properties of a Model Octaneâ€“Waterâ€“Silica
System. Journal of Physical Chemistry C, 2019, 123, 19649-19658. 1.5 9

7371
An ab initio molecular dynamics study of benzene in water at supercritical conditions: Structure,
dynamics, and polarity of hydration shell water and the solute. Journal of Chemical Physics, 2019, 151,
044508.

1.2 6

7372 Molecular dynamics simulation of the interaction of HLL peptide and 2D materials with individual
residue resolution. Computational Materials Science, 2019, 169, 109112. 1.4 4

7373 Transient evaporation of water thin film over nanostructured graphene. Applied Surface Science,
2019, 495, 143545. 3.1 4

7374 Ion solvation scenario in an aqueous solution mixture of counteracting osmolytes: Urea and
trimethylamine-N-oxide (TMAO). Journal of Molecular Liquids, 2019, 293, 111467. 2.3 2

7375 <i>In Vitro</i> Double-Stranded RNA Synthesis by Rotavirus Polymerase Mutants with Lesions at Core
Shell Contact Sites. Journal of Virology, 2019, 93, . 1.5 8

7376 Water-water and ion-water hydrogen bonding in sulfuric acid solutions. Journal of Molecular
Liquids, 2019, 293, 111463. 2.3 13

7377 Parameterization of Molybdenum Disulfide Interacting with Water Using the Free Energy Perturbation
Method. Journal of Physical Chemistry B, 2019, 123, 7243-7252. 1.2 11

7378 Microemulsion Effects on Oil Recovery From Kerogen Using Molecular-Dynamics Simulation. SPE
Journal, 2019, 24, 2541-2554. 1.7 5



402

Citation Report

# Article IF Citations

7379 Increased Nonionic Surfactant Efficiency in Oil Recovery by Integrating with Hydrophilic Silica
Nanoparticle. Energy &amp; Fuels, 2019, 33, 8522-8529. 2.5 28

7380 Assessing molecular simulation for the analysis of lipid monolayer reflectometry. Journal of Physics
Communications, 2019, 3, 075001. 0.5 9

7381 Uptake of Common Atmospheric Gases by Organic-Coated Water Droplets. Journal of Physical
Chemistry C, 2019, 123, 18924-18931. 1.5 13

7382 A new topological descriptor for water network structure. Journal of Cheminformatics, 2019, 11, 48. 2.8 10

7383 Shear properties of the liquid bridge between two graphene films using a refined molecular kinetics
theory and molecular dynamics simulations. Mechanics of Materials, 2019, 137, 103124. 1.7 4

7384 Carboxylated carbon nanotubes can serve as pathways for molecules in sandwich-like two-phase
organic-water systems. Journal of Molecular Liquids, 2019, 291, 111287. 2.3 7

7385
High Polymer Mass Densities at the Mouths of Carbon Nanotubes (CNTs) Control the Diffusion of
Small Molecules through CNT-Based Polymer Nanocomposite Membranes. Journal of Physical
Chemistry B, 2019, 123, 6892-6900.

1.2 1

7386 Teaching an Old Dog New Tricks: Machine Learning an Improved TIP3P Potential Model for
Liquidâ€“Vapor Phase Phenomena. Journal of Physical Chemistry C, 2019, 123, 22643-22655. 1.5 9

7387 Parallel G-triplexes and G-hairpins as potential transitory ensembles in the folding of
parallel-stranded DNA G-Quadruplexes. Nucleic Acids Research, 2019, 47, 7276-7293. 6.5 42

7388 Molecular dynamics simulation of interface-mediated GO-GO interaction at the air-water interface.
Journal of Molecular Liquids, 2019, 291, 111340. 2.3 2

7389 Development of Nonbonded Models for Metal Cations Using the Electronic Continuum Correction.
Journal of Computational Chemistry, 2019, 40, 2464-2472. 1.5 15

7390 Predicting the Effects of Temperature on the Water Wettability of the Mg/MgO Surface through
Atomistic Simulations. Journal of Physical Chemistry C, 2019, 123, 18914-18923. 1.5 11

7391 Quantifying the Stability of the Hydronium Ion in Organic Solvents With Molecular Dynamics
Simulations. Frontiers in Chemistry, 2019, 7, 439. 1.8 13

7392 Molecular Dynamics Simulation of Paracetamol Drug Adsorption on Boron Nitride Nanotube: Effects
of Temperature, Nanotube Length, Diameter, and Chirality. ChemistrySelect, 2019, 4, 7866-7873. 0.7 11

7393 Accuracy of MD solvent models in RNA structure refinement assessed via liquid-crystal NMR and spin
relaxation data. Journal of Structural Biology, 2019, 207, 250-259. 1.3 7

7394 Mobility of Water, Urea and Trimethylamine-N-Oxide Molecules in the Vicinity of Globular Protein.
Journal of Structural Chemistry, 2019, 60, 942-951. 0.3 3

7395 An accurate and rapid method for calculating hydration free energies of a variety of solutes
including proteins. Journal of Chemical Physics, 2019, 150, 175101. 1.2 20

7396 Water Effects on Molecular Adsorption of Poly(N-vinyl-2-pyrrolidone) on Cellulose Nanocrystals
Surfaces: Molecular Dynamics Simulations. Materials, 2019, 12, 2155. 1.3 11



403

Citation Report

# Article IF Citations

7397 Hydration Shell of Antifreeze Proteins: Unveiling the Role of Non-Ice-Binding Surfaces. Journal of
Physical Chemistry B, 2019, 123, 6474-6480. 1.2 20

7398
How Does the Recently Discovered Peptide MIP Exhibit Much Higher Binding Affinity than an
Anticancer Protein p53 for an Oncoprotein MDM2?. Journal of Chemical Information and Modeling,
2019, 59, 3533-3544.

2.5 10

7399 Effect of Ions on the Optical Absorption Spectra of Aqueously Solvated Chromophores. Journal of
Physical Chemistry A, 2019, 123, 6175-6184. 1.1 10

7400 Glassy dynamics of water at interface with biomolecules: A Mode Coupling Theory test. Science China:
Physics, Mechanics and Astronomy, 2019, 62, 1. 2.0 10

7401 Dynamics of linear molecules in water: Translation-rotation coupling in jump motion driven
diffusion. Journal of Chemical Physics, 2019, 151, 034301. 1.2 8

7402 Influence of polar co-solutes and salt on the hydration of lipid membranes. Physical Chemistry
Chemical Physics, 2019, 21, 16989-17000. 1.3 16

7403 Memory-kernel extraction for different molecular solutes in solvents of varying viscosity in
confinement. Physical Review E, 2019, 100, 012126. 0.8 35

7404 Systematic Optimization of Water Models Using Liquid/Vapor Surface Tension Data. Journal of
Physical Chemistry B, 2019, 123, 7061-7073. 1.2 31

7405 Structure, Thermodynamics, and Dynamics of Thin Brine Films in Oilâ€“Brineâ€“Rock Systems. Langmuir,
2019, 35, 10341-10353. 1.6 23

7406 Forceâ€•field parametrization based on radial and energy distribution functions. Journal of
Computational Chemistry, 2019, 40, 2577-2585. 1.5 3

7407 A combined experimental and theoretical study of radon solubility in fat and water. Scientific
Reports, 2019, 9, 10768. 1.6 16

7408 Chemical accuracy in modeling halide ion hydration from many-body representations. Advances in
Physics: X, 2019, 4, 1631212. 1.5 32

7409 Interactions between Rock/Brine and Oil/Brine Interfaces within Thin Brine Film Wetting Carbonates: A
Molecular Dynamics Simulation Study. Energy &amp; Fuels, 2019, 33, 7983-7992. 2.5 41

7410 Radial distribution functions of water: Models vs experiments. Journal of Chemical Physics, 2019, 151,
044502. 1.2 25

7411 Woodâ€“Moisture Relationships Studied with Molecular Simulations: Methodological Guidelines.
Forests, 2019, 10, 628. 0.9 19

7412 Tunable affinity separation enables ultrafast solvent permeation through layered double hydroxide
membranes. Journal of Membrane Science, 2019, 591, 117318. 4.1 23

7413
Replica exchange MD simulations of two-dimensional water in graphene nanocapillaries: rhombic
<i>versus</i> square structures, proton ordering, and phase transitions. Physical Chemistry Chemical
Physics, 2019, 21, 17640-17654.

1.3 11

7414 Structures of Peptidic Hâ€•wires at Mercury Surface: Molecular Dynamics Study. Electroanalysis, 2019,
31, 2032-2040. 1.5 4



404

Citation Report

# Article IF Citations

7415 Molecular dynamics simulation of removal of heavy metals with sodium dodecyl sulfate micelle in
water. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2019, 578, 123613. 2.3 5

7416 Multi-purpose barbituric acid derivatives with aggregation induced emission. Spectrochimica Acta -
Part A: Molecular and Biomolecular Spectroscopy, 2019, 223, 117320. 2.0 13

7417 Glass polymorphism in TIP4P/2005 water: A description based on the potential energy landscape
formalism. Journal of Chemical Physics, 2019, 150, 244506. 1.2 20

7418
Comparing the performance of two structural indicators for different water models while seeking
for connections between structure and dynamics in the glassy regime. Journal of Chemical Physics,
2019, 150, 244504.

1.2 6

7419 Calcium ion implicitly modulates the adsorption ability of ion-dependent type II antifreeze proteins on
an ice/water interface: a structural insight. Metallomics, 2019, 11, 1387-1400. 1.0 9

7420 Molecular Dynamics Study of the Electric Double Layer and Nonlinear Spectroscopy at the Amorphous
Silicaâ€“Water Interface. Journal of Physical Chemistry B, 2019, 123, 6364-6384. 1.2 40

7421 Molecular Dynamics Simulation of Nanoconfined Ethanolâ€“Water Mixtures. Industrial &amp;
Engineering Chemistry Research, 2019, 58, 12854-12867. 1.8 3

7422 On the coupling of protein and water dynamics in confinement: Spatially resolved molecular
dynamics simulation studies. Journal of Chemical Physics, 2019, 150, 245101. 1.2 7

7423 Scalable Indirect Free Energy Method Applied to Divalent Cation-Metalloprotein Binding. Journal of
Chemical Theory and Computation, 2019, 15, 4602-4614. 2.3 4

7424
Hydrogen bonding and clusters in supercritical methanolâ€“water mixture by neutron diffraction with
H/D substitution combined with empirical potential structure refinement modelling. Molecular
Physics, 2019, 117, 3297-3310.

0.8 7

7425 Molecular dynamics simulations of ion separation in nano-channel water flows using an electric
field. Molecular Simulation, 2019, 45, 1395-1402. 0.9 24

7426 The folding equilibria of enterobactin enantiomers and their interaction with actinides. Physical
Chemistry Chemical Physics, 2019, 21, 16017-16031. 1.3 3

7427 Molecular dynamics modeling of a partially saturated clayâ€•water system at finite temperature.
International Journal for Numerical and Analytical Methods in Geomechanics, 2019, 43, 2129-2146. 1.7 22

7428
Spontaneous self-assembly and structure of perfluoroalkylalkane surfactant hemimicelles by
molecular dynamics simulations. Proceedings of the National Academy of Sciences of the United
States of America, 2019, 116, 14868-14873.

3.3 34

7429 Interatomic potentials of Mg ions in aqueous solutions: structure and dehydration kinetics. European
Journal of Mineralogy, 2019, 31, 275-287. 0.4 13

7430 EncoderMap(II): Visualizing Important Molecular Motions with Improved Generation of Protein
Conformations. Journal of Chemical Information and Modeling, 2019, 59, 4550-4560. 2.5 13

7431 Ultra-high-density local structure in liquid water*. Chinese Physics B, 2019, 28, 116104. 0.7 4

7432 Beclin1-mediated ferroptosis activation is associated with isoflurane-induced toxicity in SH-SY5Y
neuroblastoma cells. Acta Biochimica Et Biophysica Sinica, 2019, 51, 1134-1141. 0.9 27



405

Citation Report

# Article IF Citations

7433 Accurate non-bonded potentials based on periodic quantum mechanics calculations for use in
molecular simulations of materials and systems. Journal of Chemical Physics, 2019, 151, 154111. 1.2 23

7434 Theoretical Prediction of Mechanical Strength and Desalination Performance of One-Atom-Thick
Hydrocarbon Polymer in Pressure-Driven Separation. Polymers, 2019, 11, 1358. 2.0 2

7435 A Constant Potential Molecular Dynamics Simulation Study of the Atomicâ€•Scale Structure of Water
Surfaces Near Electrodes. Chinese Journal of Chemistry, 2019, 37, 1251-1258. 2.6 6

7436 Exploring and Engineering the Conformational Landscape of Calmodulin through Specific
Interactions. Journal of Physical Chemistry B, 2019, 123, 9321-9327. 1.2 4

7437 Co-axially rotating carbon nanotubes: A novel mechanism for nanoscale pumping of fluids. AIP
Conference Proceedings, 2019, , . 0.3 0

7438 Organization and Dynamics of Water on Titania Surfaces. MRS Advances, 2019, 4, 2717-2726. 0.5 0

7439 On the similarity of the self-diffusion and shear viscosity coefficients in low-molecular liquids.
Journal of Molecular Liquids, 2019, 295, 111729. 2.3 7

7440
Effects of hexamethylenetetramine (HMTA) on the aqueous solution structure, dynamics and ion
solvation scenario: A concentration and temperature dependent study with potential HMTA models.
Journal of Molecular Liquids, 2019, 296, 111820.

2.3 3

7441 Essentials of Bioinformatics, Volume II. , 2019, , . 1

7442 Molecular Dynamics Simulation of Emulsification/Demulsification with a Gas Switchable Surfactant.
Journal of Physical Chemistry C, 2019, 123, 25246-25254. 1.5 21

7443 Steering a solute between coexisting solvation states: Revisiting nonequilibrium work relations and
the calculation of free energy differences. Journal of Chemical Physics, 2019, 151, 144105. 1.2 5

7444 Bioinspired Synthesis of Quasi-Two-Dimensional Monocrystalline Oxides. Chemistry of Materials, 2019,
31, 9040-9048. 3.2 21

7445 Translational Diffusion in a Set of Imidazolium-Based Ionic Liquids [bmim]+Aâ€“ and Their Mixtures with
Water. Journal of Physical Chemistry B, 2019, 123, 9187-9197. 1.2 22

7446 Origin of Slow Solvation Dynamics in DNA: DAPI in Minor Groove of Dickerson-Drew DNA. Journal of
Physical Chemistry B, 2019, 123, 10202-10216. 1.2 15

7447 Adsorption of uranyl ions from its aqueous solution by functionalized carbon nanotubes: A
molecular dynamics simulation study. Journal of Molecular Liquids, 2019, 294, 111569. 2.3 16

7448 Foaming Dependence on the Interface Affinities of Surfactant-like Molecules. Industrial &amp;
Engineering Chemistry Research, 2019, 58, 19877-19889. 1.8 7

7449 Role of Guanidinium-Carboxylate Ion Interaction in Enzyme Inhibition with Implications for Drug
Design. Journal of Physical Chemistry B, 2019, 123, 9302-9311. 1.2 13

7450 Molecular Dynamics of Grapheneâ€“Electrolyte Interface: Interfacial Solution Structure and
Molecular Diffusion. Journal of Physical Chemistry C, 2019, 123, 26379-26396. 1.5 30



406

Citation Report

# Article IF Citations

7451 Evidence of a Lowâ€“High Density Turning Point in Liquid Water at Ordinary Temperature under
Pressure: A Molecular Dynamics Study. Journal of Physical Chemistry Letters, 2019, 10, 6414-6418. 2.1 9

7452 Elucidation of the photoaquation reaction mechanism in ferrous hexacyanide using synchrotron
x-rays with sub-pulse-duration sensitivity. Journal of Chemical Physics, 2019, 151, 144306. 1.2 24

7453 Evaluating the strengths of salt bridges in the CutA1 protein using molecular dynamic simulations: a
comparison of different force fields. FEBS Open Bio, 2019, 9, 1939-1956. 1.0 1

7454 Basal Histamine H<sub>4</sub> Receptor Activation: Agonist Mimicry by the Diphenylalanine Motif.
Chemistry - A European Journal, 2019, 25, 14613-14624. 1.7 11

7455
Second inflection point of water surface tension in the deeply supercooled regime revealed by
entropy anomaly and surface structure using molecular dynamics simulations. Physical Chemistry
Chemical Physics, 2019, 21, 3360-3369.

1.3 19

7456 The static and dynamic structural heterogeneities of B-DNA: extending Calladineâ€“Dickerson rules.
Nucleic Acids Research, 2019, 47, 11090-11102. 6.5 45

7457 The White Devil, II. I. 87â€“98. Notes and Queries, 2019, 66, 521-522. 0.0 0

7458 Investigation of the factors influencing methane adsorption on illite. Energy Science and Engineering,
2019, 7, 3317-3331. 1.9 18

7459 Supercritical water anomalies in the vicinity of the Widom line. Scientific Reports, 2019, 9, 15731. 1.6 27

7460
Soyuretox, an Intrinsically Disordered Polypeptide Derived from Soybean (Glycine Max) Ubiquitous
Urease with Potential Use as a Biopesticide. International Journal of Molecular Sciences, 2019, 20,
5401.

1.8 8

7461 A study on a nearâ€•shore cantilevered sea wave energy harvester with a variable cross section. Energy
Science and Engineering, 2019, 7, 3174-3185. 1.9 15

7462 Efficiency of activated carbons and natural bentonite to remove direct orange 39 from water. Journal
of Environmental Chemical Engineering, 2019, 7, 103496. 3.3 5

7463 From Atoms to Pre-salt Reservoirs: Multiscale Simulations of the Low-Salinity Enhanced Oil Recovery
Mechanisms. Polytechnica, 2019, 2, 30-50. 2.1 3

7464 Exploring with Molecular Dynamics the Structural Fate of PLGA Oligomers in Various Solvents.
Journal of Physical Chemistry B, 2019, 123, 10233-10244. 1.2 18

7465 Molecular Dynamic Simulations of Clathrate Hydrate Anomalous Preservation: The Effect of Coating
Clathrate Hydrate Phases. Journal of Physical Chemistry C, 2019, 123, 28715-28725. 1.5 9

7466 The role of water models on the prediction of slip length of water in graphene nanochannels.
Journal of Chemical Physics, 2019, 151, 174705. 1.2 25

7467 Attraction between Like-Charged Macroions Mediated by Specific Counterion Configurations. Journal
of Physical Chemistry B, 2019, 123, 9971-9983. 1.2 4

7468 Exploring the Free Energy Landscape To Predict the Surfactant Adsorption Isotherm at the
Nanoparticleâ€“Water Interface. ACS Central Science, 2019, 5, 1804-1812. 5.3 19



407

Citation Report

# Article IF Citations

7469 Nanoplastics can change the secondary structure of proteins. Scientific Reports, 2019, 9, 16013. 1.6 69

7470 Simulating Electrochemical Systems by Combining the Finite Field Method with a Constant Potential
Electrode. Physical Review Letters, 2019, 123, 195501. 2.9 48

7471 Hydration of monovalent and divalent cations near a cathode surface. Journal of Chemical Physics,
2019, 151, 104704. 1.2 10

7472 A chemical potential equalization approach to constant potential polarizable electrodes for
electrochemical-cell simulations. Journal of Chemical Physics, 2019, 151, 164123. 1.2 19

7473 Multi-Target Chemometric Modelling, Fragment Analysis and Virtual Screening with ERK Inhibitors as
Potential Anticancer Agents. Molecules, 2019, 24, 3909. 1.7 18

7474 Destabilization of Insulin Hexamer in Waterâ€“Ethanol Binary Mixture. Journal of Physical Chemistry B,
2019, 123, 10365-10375. 1.2 10

7475 Transport Properties of Li-TFSI Water-in-Salt Electrolytes. Journal of Physical Chemistry B, 2019, 123,
10514-10521. 1.2 60

7476 Distinct and Nonadditive Effects of Urea and Guanidinium Chloride on Peptide Solvation. Journal of
Physical Chemistry Letters, 2019, 10, 7406-7413. 2.1 23

7477 Exploring optimization strategies for improving explicit water models: Rigid n-point model and
polarizable model based on Drude oscillator. PLoS ONE, 2019, 14, e0224991. 1.1 4

7478 Structure of Langmuir Monolayers of Perfluorinated Fatty Acids: Evidence of a New 2D Smectic C
Phase. Molecules, 2019, 24, 3590. 1.7 7

7479 Dielectric Decrement for Aqueous NaCl Solutions: Effect of Ionic Charge Scaling in Nonpolarizable
Water Force Fields. Journal of Physical Chemistry B, 2019, 123, 9912-9921. 1.2 30

7480 Identifying Waterâ€“Anion Correlated Motion in Aqueous Solutions through Van Hove Functions.
Journal of Physical Chemistry Letters, 2019, 10, 7119-7125. 2.1 13

7481 Comparative Study of Anomalous Size Dependence of Charged and Neutral Solute Diffusion in Water.
Journal of Physical Chemistry B, 2019, 123, 10275-10285. 1.2 2

7482 Molecular Dynamics Simulations of Crystal Nucleation from Solution at Constant Chemical
Potential. Journal of Chemical Theory and Computation, 2019, 15, 6923-6930. 2.3 31

7483 Effects of Packing Density and Chain Length on the Surface Hydrophobicity of Thin Films Composed of
Perfluoroalkyl Acrylate Chains: A Molecular Dynamics Study. Langmuir, 2019, 35, 14316-14323. 1.6 11

7484
ESIâ€•QTofâ€•MS characterization of hirsutinolide and glaucolide sesquiterpene lactones: Fragmentation
mechanisms and differentiation based on Na<sup>+</sup>/H<sup>+</sup> adducts interactions in
complex mixture. Journal of Mass Spectrometry, 2019, 54, 915-932.

0.7 15

7485 Transfer of an erbium ion across the water/dodecane interface: Structure and thermodynamics via
molecular dynamics simulations. Chemical Physics Letters, 2019, 737, 136825. 1.2 11

7486 The electric properties of AOT reverse micelles by molecular dynamics simulations. Journal of
Molecular Liquids, 2019, 296, 111960. 2.3 5



408

Citation Report

# Article IF Citations

7487 Modeling the Nucleation of Weak Electrolytes via Hybrid GCMC/MD Simulation. Journal of Chemical
Theory and Computation, 2019, 15, 5883-5893. 2.3 1

7488 Molecular Mechanism and Kinetics of Amyloid-Î²<sub>42</sub> Aggregate Formation: A Simulation
Study. ACS Chemical Neuroscience, 2019, 10, 4643-4658. 1.7 13

7489 uS3/Rps3 controls fidelity of translation termination and programmed stop codon readthrough in
co-operation with eIF3. Nucleic Acids Research, 2019, 47, 11326-11343. 6.5 6

7490 Predicting Site-Binding Modes of Ions and Water to Nucleic Acids Using Molecular Solvation Theory.
Journal of the American Chemical Society, 2019, 141, 2435-2445. 6.6 46

7491 Unraveling the Hydration Properties of the Ba<sup>2+</sup> Aqua Ion: the Interplay of Quantum
Mechanics, Molecular Dynamics, and EXAFS Spectroscopy. Inorganic Chemistry, 2019, 58, 14551-14559. 1.9 15

7492 Highly Efficient Rare-Earth-Based Metalâ€“Organic Frameworks for Water Adsorption: A Molecular
Modeling Approach. Journal of Physical Chemistry C, 2019, 123, 26989-26999. 1.5 15

7493 Solubility of Water in Hydrogen at High Pressures: A Molecular Simulation Study. Journal of
Chemical &amp; Engineering Data, 2019, 64, 4103-4115. 1.0 43

7494 Novel Carbazole-Piperazine Hybrid Small Molecule Induces Apoptosis by Targeting BCL-2 and Inhibits
Tumor Progression in Lung Adenocarcinoma in Vitro and Xenograft Mice Model. Cancers, 2019, 11, 1245. 1.7 25

7495 Effects of Salinity and N-, S-, and O-Bearing Polar Components on Light Oilâ€“Brine Interfacial
Properties from Molecular Perspectives. Journal of Physical Chemistry C, 2019, 123, 23520-23528. 1.5 25

7496 Pressure-Induced Miscibility Increase of CH<sub>4</sub> in H<sub>2</sub>O: A Computational Study
Using Classical Potentials. Journal of Physical Chemistry B, 2019, 123, 8091-8095. 1.2 5

7497
Ab Initio Calculations of Partial Charges at Kaolinite Edge Sites and Molecular Dynamics Simulations
of Cation Adsorption in Saline Solutions at and above the pH of Zero Charge. Journal of Physical
Chemistry C, 2019, 123, 22971-22980.

1.5 27

7498 Unraveling the Water Adsorption Mechanism in the Mesoporous MIL-100(Fe) Metalâ€“Organic
Framework. Journal of Physical Chemistry C, 2019, 123, 23014-23025. 1.5 51

7499 Facilitating nitrogen accessibility to boron-rich covalent organic frameworks via electrochemical
excitation for efficient nitrogen fixation. Nature Communications, 2019, 10, 3898. 5.8 191

7500 Modelling of substrate access and substrate binding to cephalosporin acylases. Scientific Reports,
2019, 9, 12402. 1.6 6

7501 Specific inter-domain interactions stabilize a compact HIV-1 Gag conformation. PLoS ONE, 2019, 14,
e0221256. 1.1 2

7502 Effect of Chlorine-Containing VOCs on Silver Migration and Sintering in ZSM-5 Used in a TSA Process.
Catalysts, 2019, 9, 686. 1.6 6

7503 Investigating the solid-liquid extraction process of puerarin by molecular dynamics simulations.
International Journal of Heat and Mass Transfer, 2019, 143, 118584. 2.5 8

7504 Dynamics of TMAO and urea in the hydration shell of the protein SNase. Physical Chemistry Chemical
Physics, 2019, 21, 19469-19479. 1.3 12



409

Citation Report

# Article IF Citations

7505 Multiscale simulation of asphaltene deposition in pipeline flows. Journal of Petroleum Science and
Engineering, 2019, 183, 106376. 2.1 11

7506 Molecular Dynamics of Water Clusters and Interaction Potentials. Doklady Mathematics, 2019, 99,
83-86. 0.1 0

7507 Queueing arrival and release mechanism for K+ permeation through a potassium channel. Journal of
Physiological Sciences, 2019, 69, 919-930. 0.9 12

7508 QM/MM simulations of organic phosphorus adsorption at the diasporeâ€“water interface. Physical
Chemistry Chemical Physics, 2019, 21, 24316-24325. 1.3 16

7509 TMB Library of Nucleosome Simulations. Journal of Chemical Information and Modeling, 2019, 59,
4289-4299. 2.5 11

7510
Role of Fine Structural Dynamics in Recognition of Histone H3 by HP1Î³(CSD) Dimer and Ability of Force
Fields to Describe Their Interaction Network. Journal of Chemical Theory and Computation, 2019, 15,
5659-5673.

2.3 2

7511 Molecular dynamics study on perfect and defective graphene/calcium-silicate-hydrate composites
under tensile loading. Molecular Simulation, 2019, 45, 1481-1487. 0.9 7

7512 Resolving the Apparent Line Tension of Sessile Droplets and Understanding its Sign Change at a
Critical Wetting Angle. Physical Review Letters, 2019, 123, 094501. 2.9 19

7513 Thermodynamic metric geometry of the two-state ST2 model for supercooled water. Journal of
Chemical Physics, 2019, 151, 064503. 1.2 11

7514 Modern Problems of the Physics of Liquid Systems. Springer Proceedings in Physics, 2019, , . 0.1 2

7515 Mass-Dependent Solvent Friction of a Hydrophobic Molecule. Journal of Physical Chemistry B, 2019,
123, 8123-8130. 1.2 8

7516 RuvC uses dynamic probing of the Holliday junction to achieve sequence specificity and efficient
resolution. Nature Communications, 2019, 10, 4102. 5.8 23

7517 Dynamics and Vibrational Spectroscopy of Alcohols in Ionic Liquids: Methanol and Ethanol. Journal
of Physical Chemistry B, 2019, 123, 8113-8122. 1.2 7

7518 Graphene Nanofluids as Thermal Management Materials: Molecular Dynamics Study on Orientation
and Temperature Effects. ACS Applied Nano Materials, 2019, 2, 6828-6835. 2.4 14

7519 BioExcel Building Blocks, a software library for interoperable biomolecular simulation workflows.
Scientific Data, 2019, 6, 169. 2.4 35

7520 Probing the functional conformations of an atypical proline-rich fusion peptide. Physical Chemistry
Chemical Physics, 2019, 21, 20727-20742. 1.3 1

7521 Computing three-dimensional densities from force densities improves statistical efficiency. Journal of
Chemical Physics, 2019, 151, 064124. 1.2 12

7522
Accurate Calculation of Barnase and SNase Folding Energetics Using Short Molecular Dynamics
Simulations and an Atomistic Model of the Unfolded Ensemble: Evaluation of Force Fields and Water
Models. Journal of Chemical Information and Modeling, 2019, 59, 4350-4360.

2.5 14



410

Citation Report

# Article IF Citations

7523 Mechanistic Aspects of Fungicide-Induced DNA Damage: Spectroscopic and Molecular Dynamics
Simulation Studies. Journal of Physical Chemistry B, 2019, 123, 8653-8661. 1.2 16

7524 Insights into Hydration Dynamics and Cooperative Interactions in Glycerolâ€“Water Mixtures by
Terahertz Dielectric Spectroscopy. Journal of Physical Chemistry B, 2019, 123, 8791-8799. 1.2 28

7525 Osmolyte-Induced Macromolecular Aggregation Is Length-Scale Dependent. Journal of Physical
Chemistry B, 2019, 123, 8697-8703. 1.2 8

7526 Local-to-global signal transduction at the core of a Mn2+ sensing riboswitch. Nature
Communications, 2019, 10, 4304. 5.8 24

7527
Structure and thermodynamics of aqueous urea solutions from ambient to kilobar pressures: From
thermodynamic modeling, experiments, and first principles simulations to an accurate force field
description. Biophysical Chemistry, 2019, 254, 106260.

1.5 10

7528 Implementation of state-averaged MCSCF method to RISM- and 3D-RISM-SCF schemes. Chemical Physics
Letters, 2019, 730, 179-185. 1.2 5

7529 Enhanced Antifouling Feed Spacer Made from a Carbon Nanotubeâ€“Polypropylene Nanocomposite. ACS
Omega, 2019, 4, 15496-15503. 1.6 14

7530 Hydronium ion at the water/1,2-dichloroethane interface: Structure, thermodynamics, and dynamics
of ion transfer. Journal of Chemical Physics, 2019, 151, 094701. 1.2 9

7531 Investigation of the surfactant effects on oil-water separation on nano-crystalline titanium dioxide
substrate using molecular dynamics simulation. Applied Surface Science, 2019, 495, 143628. 3.1 5

7532 Systematically improved melting point prediction: a detailed physical simulation model is required.
Chemical Communications, 2019, 55, 12044-12047. 2.2 17

7533 Improving proteinâ€“ligand binding prediction by considering the bridging water molecules in
Autodock. Journal of Theoretical and Computational Chemistry, 2019, 18, 1950027. 1.8 2

7534 Adversarial-residual-coarse-graining: Applying machine learning theory to systematic molecular
coarse-graining. Journal of Chemical Physics, 2019, 151, 124110. 1.2 30

7535 The dynamic behavior of gas hydrate dissociation by heating in tight sandy reservoirs: A molecular
dynamics simulation study. Fuel, 2019, 258, 116106. 3.4 35

7536 Water Flow in Silica Nanopores Coated by Carbon Nanotubes from a Wetting Translucency
Perspective. Journal of Physical Chemistry C, 2019, 123, 25635-25642. 1.5 11

7537 Glass polymorphism and liquidâ€“liquid phase transition in aqueous solutions: experiments and
computer simulations. Physical Chemistry Chemical Physics, 2019, 21, 23238-23268. 1.3 33

7538 A force field of Li+, Na+, K+, Mg2+, Ca2+, Clâˆ’, and SO42âˆ’ in aqueous solution based on the TIP4P/2005
water model and scaled charges for the ions. Journal of Chemical Physics, 2019, 151, 134504. 1.2 166

7539 Aqueous Nanoclusters Govern Ion Partitioning in Dense Polymer Membranes. ACS Nano, 2019, 13,
11224-11234. 7.3 20

7540 Molecular level insight into the counteraction of trehalose on the activity as well as denaturation
of lysozyme induced by guanidinium chloride. Chemical Physics, 2019, 527, 110489. 0.9 6



411

Citation Report

# Article IF Citations

7541 Molecular Dynamics Simulation Insight into Interfacial Stability and Fluidity Properties of
Microemulsions. Langmuir, 2019, 35, 13636-13645. 1.6 29

7542 Molecular Dynamics Simulation of the Superspreading of Surfactant-Laden Droplets. A Review. Fluids,
2019, 4, 176. 0.8 10

7543 Fabrication and characterization of non-fluoro based transparent easy-clean coating formulations
optimized from molecular dynamics simulation. Progress in Organic Coatings, 2019, 136, 105306. 1.9 34

7544
Relative Solvent Exposure of the Alpha-Helix and Beta-Sheet in Water Determines the Initial Stages of
Urea and Guanidinium Chloride-Induced Denaturation of Alpha/Beta Proteins. Journal of Physical
Chemistry B, 2019, 123, 8889-8900.

1.2 10

7545 In silico study of molecular mechanisms of action: Estrogenic disruptors among phthalate esters.
Environmental Pollution, 2019, 255, 113193. 3.7 11

7546 Conduction through a narrow inward-rectifier K+ channel pore. Journal of General Physiology, 2019,
151, 1231-1246. 0.9 36

7547 Coilâ€“Globule Transition Thermodynamics of Poly(<i>N</i>-isopropylacrylamide). Journal of Physical
Chemistry B, 2019, 123, 8838-8847. 1.2 45

7548 A window to trap-free charge transport in organic semiconducting thin films. Nature Materials, 2019,
18, 1182-1186. 13.3 131

7549 Dynamics and Spectral Response of Water Molecules around Tetramethylammonium Cation. Journal of
Physical Chemistry B, 2019, 123, 8753-8766. 1.2 24

7550 Effect of external electric field on nanobubbles at the surface of hydrophobic particles during air
flotation. RSC Advances, 2019, 9, 1792-1798. 1.7 22

7551 Atomistic Study of Mechanical Behaviors of Carbon Honeycombs. Nanomaterials, 2019, 9, 109. 1.9 17

7552 Understanding flow enhancement in grapheneâ€•coated nanochannels. Electrophoresis, 2019, 40,
859-864. 1.3 22

7553 Modeling and Simulations of Polymers: A Roadmap. Macromolecules, 2019, 52, 755-786. 2.2 298

7554 Interaction landscape of a â€˜C<sup>Î±</sup>NNâ€™ motif with arsenate and arsenite: a potential
peptide-based scavenger of arsenic. RSC Advances, 2019, 9, 1062-1074. 1.7 6

7555 Anionic effects on the structure and dynamics of water in superconcentrated aqueous electrolytes.
RSC Advances, 2019, 9, 609-619. 1.7 28

7556 Do water's electrons care about electrolytes?. Chemical Science, 2019, 10, 848-865. 3.7 31

7557 Effect of nano-film thickness on thermal resistance at water/silicon interface. International Journal
of Heat and Mass Transfer, 2019, 134, 634-640. 2.5 18

7558 Hole Hopping Across a Proteinâ€“Protein Interface. Journal of Physical Chemistry B, 2019, 123, 1578-1591. 1.2 8



412

Citation Report

# Article IF Citations

7559 Liquids with Lower Wettability Can Exhibit Higher Friction on Hexagonal Boron Nitride: The
Intriguing Role of Solidâ€“Liquid Electrostatic Interactions. Nano Letters, 2019, 19, 1539-1551. 4.5 39

7560 Characterizing Thermodynamic Properties of Pure Components and Binary Mixtures at Rocket
Conditions Using Molecular Dynamics. , 2019, , . 1

7561 Characterizing Solvent Density Fluctuations in Dynamical Observation Volumes. Journal of Physical
Chemistry B, 2019, 123, 1650-1661. 1.2 12

7562 Ab initio molecular dynamics simulation of supercritical aqueous ionic solutions: Spectral diffusion
of water in the vicinity of Brâˆ’ and Iâˆ’ ions. Journal of Molecular Liquids, 2019, 279, 306-316. 2.3 3

7563 Interfacial Water at Graphene Oxide Surface: Ordered or Disordered?. Journal of Physical Chemistry
B, 2019, 123, 1636-1649. 1.2 12

7564 Ab Initio Molecular Dynamics Study of Carbonation and Hydrolysis Reactions on Cleaved Quartz (001)
Surface. Journal of Physical Chemistry C, 2019, 123, 4938-4948. 1.5 12

7565
Improving the description of solvent pairwise interactions using local solute/solvent threeâ€•body
functions. The case of halides and carboxylates in aqueous environment. Journal of Computational
Chemistry, 2019, 40, 1209-1218.

1.5 7

7566 Thermodynamics of helix formation in small peptides of varying length in vacuo, in implicit solvent,
and in explicit solvent. Journal of Molecular Modeling, 2019, 25, 3. 0.8 36

7567 Liquid water is a dynamic polydisperse branched polymer. Proceedings of the National Academy of
Sciences of the United States of America, 2019, 116, 1998-2003. 3.3 42

7568 Theoretical Insights into the Role of Water Molecules in the Guanidinium-Based Protein Denaturation
Process in Specific to Aromatic Amino Acids. Journal of Physical Chemistry B, 2019, 123, 2191-2202. 1.2 12

7569
High-yield synthesis, characterization, self-assembly of extremely thin gold nanosheets in sugar based
deep eutectic solvents and their high electrocatalytic activity. Journal of Molecular Liquids, 2019, 279,
208-223.

2.3 16

7570 Water Dynamics in Nanoporous Silica: Ultrafast Vibrational Spectroscopy and Molecular Dynamics
Simulations. Journal of Physical Chemistry C, 2019, 123, 5790-5803. 1.5 32

7571 Fundamental limitations of the time-dependent Stokes shift for investigating protein hydration
dynamics. Physical Chemistry Chemical Physics, 2019, 21, 4435-4443. 1.3 7

7572 Molecular simulation of peptides coming of age: Accurate prediction of folding, dynamics and
structures. Archives of Biochemistry and Biophysics, 2019, 664, 76-88. 1.4 23

7573

The Interaction of Water with <i>cis</i> and <i>trans</i>
{Ru(bpy)<sub>2</sub>(PTA)<sub>2</sub>}<sup>2+</sup> (PTA = 1,3,5â€•Triazaâ€•7â€•phosphaadamantane) Studied
by Neutron Scattering and Ab Initio Calculations. European Journal of Inorganic Chemistry, 2019, 2019,
1162-1169.

1.0 8

7574 Dynamic Role of the G Protein in Stabilizing the Active State of the Adenosine A2A Receptor. Structure,
2019, 27, 703-712.e3. 1.6 31

7575 Exponential Scaling of Water Exchange Rates with Ion Interaction Strength from the Perspective of
Dynamic Facilitation Theory. Journal of Physical Chemistry A, 2019, 123, 1077-1084. 1.1 5

7576 Characterizing surface wetting and interfacial properties using enhanced sampling (SWIPES). Soft
Matter, 2019, 15, 860-869. 1.2 13



413

Citation Report

# Article IF Citations

7577
Understanding water interactions with organic surfaces: environmental molecular beam and
molecular dynamics studies of the waterâ€“butanol system. Physical Chemistry Chemical Physics, 2019,
21, 1141-1151.

1.3 11

7578 Apparent power-law behavior of water's isothermal compressibility and correlation length upon
supercooling. Physical Chemistry Chemical Physics, 2019, 21, 26-31. 1.3 28

7579
Resolving local configurational contributions to X-ray and neutron radial distribution functions
within solutions of concentrated electrolytes â€“ a case study of concentrated NaOH. Physical
Chemistry Chemical Physics, 2019, 21, 6828-6838.

1.3 14

7580 Geotechnical Fundamentals for Addressing New World Challenges. Springer Series in Geomechanics
and Geoengineering, 2019, , . 0.0 10

7581 Anomalous behavior of dispersion of longitudinal and transverse collective excitations in water.
Journal of Molecular Liquids, 2019, 287, 110992. 2.3 9

7582 An efficient graphyne membrane for water desalination. Polymer, 2019, 175, 310-319. 1.8 33

7583 Multiscale Simulation of Diffusion in Porous Media: From Interfacial Dynamics to Hierarchical
Porosity. Journal of Physical Chemistry C, 2019, 123, 15099-15112. 1.5 43

7584 Quantifying the Strength of a Salt Bridge by Neutron Scattering and Molecular Dynamics. Journal of
Physical Chemistry Letters, 2019, 10, 3254-3259. 2.1 14

7585 Fundamental Challenges in Unsaturated Soil Mechanics. Springer Series in Geomechanics and
Geoengineering, 2019, , 209-236. 0.0 13

7586
An experimental and theoretical investigation of the physicochemical properties on choline chloride
â€“ Lactic acid based natural deep eutectic solvent (NADES). Journal of Molecular Liquids, 2019, 290,
110916.

2.3 57

7587 Dual binding mode of â€œbitter sugarsâ€• to their human bitter taste receptor target. Scientific Reports,
2019, 9, 8437. 1.6 31

7588 Effect of Carbonate Anions on Quaternary Ammonium-Hydroxide Interaction. Journal of Physical
Chemistry C, 2019, 123, 15956-15962. 1.5 17

7589 Structures and Dynamics of Interfacial Water. Springer Theses, 2019, , . 0.0 0

7590 Contribution of Different Molecules and Moieties to the Surface Tension in Aqueous Surfactant
Solutions. Journal of Physical Chemistry C, 2019, 123, 16660-16670. 1.5 31

7591
Hydration dynamics of proteins in reverse micelles probed
by<sup>1</sup>H-NOESY/<sup>1</sup>H-ROESY NMR and<sup>17</sup>O-nuclear quadrupole resonance
(NQR). Physical Chemistry Chemical Physics, 2019, 21, 14571-14582.

1.3 4

7592 Improving the accuracy of computing chemical potentials in CFCMC simulations. Molecular Physics,
2019, 117, 3493-3508. 0.8 15

7593 Percolation transitions of physically and hydrogen bonded clusters in supercritical water. Journal
of Molecular Liquids, 2019, 290, 111213. 2.3 4

7594 Dual approach for effective potentials that accurately model structure and energetics. Journal of
Chemical Physics, 2019, 150, 234107. 1.2 36



414

Citation Report

# Article IF Citations

7595 Orientational Distribution of Free Oâ€“H Groups of Interfacial Water. Springer Theses, 2019, , 41-56. 0.0 0

7596 Molecular Insights into Dipole Relaxation Processes in Waterâ€“Lysine Mixtures. Journal of Physical
Chemistry B, 2019, 123, 6056-6064. 1.2 3

7597 Temperature regulation of the contact angle of water droplets on the solid surfaces. Journal of
Chemical Physics, 2019, 150, 234703. 1.2 16

7598 Importance of zero-point energy for crystalline ice phases: A comparison of force fields and density
functional theory. Journal of Chemical Physics, 2019, 150, 234504. 1.2 7

7599 Theoretical Methods in This Thesis. Springer Theses, 2019, , 11-21. 0.0 0

7600 Opposing Temperature Dependence of the Stretching Response of Single PEG and PNiPAM Polymers.
Journal of the American Chemical Society, 2019, 141, 11603-11613. 6.6 53

7601 On the â€œBornâ€• term used in thermodynamic models for electrolytes. Journal of Chemical Physics, 2019,
150, 244503. 1.2 22

7602 Atomistic Simulations of Membrane Ion Channel Conduction, Gating, and Modulation. Chemical
Reviews, 2019, 119, 7737-7832. 23.0 87

7603 Exploring the Potential of Defective UiO-66 as Reverse Osmosis Membranes for Desalination. Journal
of Physical Chemistry C, 2019, 123, 16118-16126. 1.5 35

7604 Effect of the carbon microporous structure on the capacitance of aqueous supercapacitors. Energy
Storage Materials, 2019, 21, 190-195. 9.5 48

7605
On the interplay between the local structure and dynamics in low concentration mixtures of H2O
and HOD in the [Emim+][TF2Nâˆ’] room temperature ionic liquid. Journal of Molecular Liquids, 2019, 289,
111135.

2.3 6

7606 Research methods in flow assurance. , 2019, , 221-442. 0

7607 Chemical Tuning of Specific Capacitance in Functionalized Fluorographene. Chemistry of Materials,
2019, 31, 4698-4709. 3.2 32

7608 Using AMBER18 for Relative Free Energy Calculations. Journal of Chemical Information and Modeling,
2019, 59, 3128-3135. 2.5 138

7609 A functional substitution in the Lâ€•aromatic amino acid decarboxylase enzyme worsens somatic
symptoms via a serotonergic pathway. Annals of Neurology, 2019, 86, 168-180. 2.8 9

7610 Uncertainties in the static dielectric constants computed from molecular dynamics simulations.
Journal of Molecular Liquids, 2019, 288, 111021. 2.3 7

7611 Transport properties of zwitterion glycine, diglycine, and triglycine in water. AIP Advances, 2019, 9, . 0.6 9

7612 Activation Energies and Beyond. Journal of Physical Chemistry A, 2019, 123, 7185-7194. 1.1 68



415

Citation Report

# Article IF Citations

7613 Simulations of supercooled water under passive or active stimuli. Journal of Chemical Physics, 2019,
150, 214505. 1.2 4

7614 Thermodynamic analysis of the stability of planar interfaces between coexisting phases and its
application to supercooled water. Journal of Chemical Physics, 2019, 150, 224503. 1.2 7

7615 Effect of surfactant hydrophobicity and charge type on membrane distillation performance. Journal
of Membrane Science, 2019, 587, 117168. 4.1 34

7616 Molecular Dynamics Study on Dynamical Features of Reorganization Process for Nanocapsule Formed
with Gear-Shaped Amphiphile Molecules. Journal of Physical Chemistry B, 2019, 123, 5176-5180. 1.2 1

7617 A local fingerprint for hydrophobicity and hydrophilicity: From methane to peptides. Journal of
Chemical Physics, 2019, 150, 204103. 1.2 4

7618 Dynamically Driven Allostery in MHC Proteins: Peptide-Dependent Tuning of Class I MHC Global
Flexibility. Frontiers in Immunology, 2019, 10, 966. 2.2 41

7619 The Influence of Distant Boundaries on the Solvation of Charged Particles. Journal of Statistical
Physics, 2019, 175, 743-763. 0.5 12

7620 Experimental and molecular dynamics study of the ionic conductivity in aqueous LiCl electrolytes.
Chemical Physics Letters, 2019, 729, 6-10. 1.2 14

7621 Oxalic Acid Adsorption on Rutile: Molecular Dynamics and ab Initio Calculations. Langmuir, 2019, 35,
7617-7630. 1.6 13

7622 Poly-Adenine-Engineered Gold Nanogaps for SERS Nanostructures. ACS Applied Nano Materials, 2019, 2,
3501-3509. 2.4 11

7623 Structural Insight and Ultrafast Dynamics of 2D Porphyrin Nanostructures. Journal of Physical
Chemistry C, 2019, 123, 15815-15826. 1.5 11

7624 Effect of Hydrogen Bonds on the Dielectric Properties of Interfacial Water. Langmuir, 2019, 35,
8159-8166. 1.6 49

7625 Structure, Dynamics, and Thermodynamics of Intruded Electrolytes in ZIF-8. Journal of Physical
Chemistry C, 2019, 123, 15589-15598. 1.5 22

7626 Greenâ€“Kubo assessments of thermal transport in nanocolloids based on interfacial effects. Materials
Today Communications, 2019, 20, 100533. 0.9 4

7627 An atomistic insight into interfacial properties of brine nanofilm confined between calcite substrate
and hydrocarbon layer. Applied Surface Science, 2019, 490, 89-101. 3.1 23

7628 Hydration of diblock copolymer micelles: Effects of hydrophobicity and co-solvent. Journal of
Chemical Physics, 2019, 150, 184908. 1.2 6

7629 Measurements of the size and correlations between ions using an electrolytic point contact. Nature
Communications, 2019, 10, 2382. 5.8 34

7630 Nuclear magnetic resonance and theoretical simulation study on Cs ion co-adsorbed with other
alkali cations on illite. Applied Surface Science, 2019, 489, 766-775. 3.1 9



416

Citation Report

# Article IF Citations

7631 Rate constants in spatially inhomogeneous systems. Journal of Chemical Physics, 2019, 150, 191102. 1.2 5

7632 Computational Identification of Novel Kir6 Channel Inhibitors. Frontiers in Pharmacology, 2019, 10,
549. 1.6 5

7633 Sodium Halide Adsorption and Water Structure at the Î±-Alumina(0001)/Water Interface. Journal of
Physical Chemistry C, 2019, 123, 15618-15628. 1.5 19

7634 Effects of Moisture Contents on Shale Gas Recovery and CO<sub>2</sub> Sequestration. Langmuir,
2019, 35, 8716-8725. 1.6 53

7635 Identifying short- and long-time modes of the mean-square displacement: An improved nonlinear
fitting approach. AIP Advances, 2019, 9, . 0.6 22

7636 Analytic theory of finite-size effects in supercell modeling of charged interfaces. Physical Chemistry
Chemical Physics, 2019, 21, 14858-14864. 1.3 14

7637 Effects of confinement on supercooled tetrahedral liquids. Journal of Chemical Physics, 2019, 150,
214704. 1.2 10

7638 The Role of Excited-State Proton Relays in the Photochemical Dynamics of Water Nanodroplets.
Journal of Physical Chemistry Letters, 2019, 10, 3694-3698. 2.1 6

7639 Critical Knowledge Gaps in Mass Transport through Single-Digit Nanopores: A Review and Perspective.
Journal of Physical Chemistry C, 2019, 123, 21309-21326. 1.5 234

7640 Flow of water through carbon nanotubes predicted by different atomistic water models. Journal of
Chemical Physics, 2019, 150, 194501. 1.2 20

7641 Induction of rare conformation of oligosaccharide by binding to calcium-dependent bacterial lectin:
X-ray crystallography and modelling study. European Journal of Medicinal Chemistry, 2019, 177, 212-220. 2.6 6

7642 Coarse-grained molecular dynamics simulations of Î±-1,3-glucan. Soft Matter, 2019, 15, 4669-4681. 1.2 13

7643 Aqueous Mixtures of Room-Temperature Ionic Liquids: Entropy-Driven Accumulation of Water
Molecules at Interfaces. Journal of Physical Chemistry C, 2019, 123, 13795-13803. 1.5 29

7644 Covalent organic framework membranes through a mixed-dimensional assembly for molecular
separations. Nature Communications, 2019, 10, 2101. 5.8 271

7645 From GROMACS to LAMMPS: GRO2LAM. Journal of Molecular Modeling, 2019, 25, 147. 0.8 29

7646 Method To Implement Interaction Surfaces with Virtual Companion Particles for Molecular Dynamics
Simulations. Journal of Chemical &amp; Engineering Data, 2019, 64, 3693-3700. 1.0 1

7647 Electric Potentials of Metastable Salt Clusters. Journal of Physical Chemistry C, 2019, 123, 14010-14023. 1.5 4

7648
Molecular insight into carboxylic acidâ€“alkali metal cations interactions: reversed affinities and
ion-pair formation revealed by non-linear optics and simulations. Physical Chemistry Chemical Physics,
2019, 21, 11329-11344.

1.3 50



417

Citation Report

# Article IF Citations

7649 New estimations of vapor density and surface tension of water at low temperatures using scaled
model. Journal of Molecular Liquids, 2019, 287, 110952. 2.3 5

7650 Local temperature <i>versus</i> system temperature in a simulation experiment containing water
molecules. Physical Chemistry Chemical Physics, 2019, 21, 12961-12967. 1.3 4

7651 Measuring and modeling mass transport losses in proton exchange membrane water electrolyzers
using electrochemical impedance spectroscopy. Journal of Power Sources, 2019, 431, 189-204. 4.0 44

7652 Effect of SDS on Reducing the Viscosity of Heavy Oil: A Molecular Dynamics Study. Energy &amp; Fuels,
2019, 33, 4921-4930. 2.5 19

7653 Seven-Site Effective Pair Potential for Simulating Liquid Water. Journal of Physical Chemistry B, 2019,
123, 4594-4603. 1.2 19

7654 Photophysics of Emissive tz C[Isothiazoloâ€•Cytidine] and tz U[Isothiazoloâ€•Uridine] Pyrimidine Analogues.
ChemPhotoChem, 2019, 3, 916-924. 1.5 3

7655 Electronic coarse graining: Predictive atomistic modeling of condensed matter. Reviews of Modern
Physics, 2019, 91, . 16.4 12

7656 Dissolution and Hydrolysis of Bleached Kraft Pulp Using Ionic Liquids. Polymers, 2019, 11, 673. 2.0 21

7657 Multiscale modeling of material failure: Theory and computational methods. Advances in Applied
Mechanics, 2019, 52, 1-103. 1.4 41

7658 Heterogeneousâ€“homogeneous transition and anomaly of density in SPC/E water examined by
molecular dynamics simulations. Physica A: Statistical Mechanics and Its Applications, 2019, 527, 121391. 1.2 3

7659
New Insights in the Natural Organic Matter Fouling Mechanism of Polyamide and Nanocomposite
Multiwalled Carbon Nanotubes-Polyamide Membranes. Environmental Science &amp; Technology, 2019,
53, 6255-6263.

4.6 38

7660 Self-diffusion of waterâ€“cyclohexane mixtures in supercritical conditions as studied by NMR and
molecular dynamics simulation. Journal of Chemical Physics, 2019, 150, 174505. 1.2 3

7661 Spatially resolved structure and dynamics of the hydration shell of pyridine in sub- and supercritical
water. Journal of Molecular Liquids, 2019, 287, 110881. 2.3 3

7662 Effect of Carboxylic Acid on the Wetting Properties of a Model Waterâ€“Octaneâ€“Silica System.
Langmuir, 2019, 35, 6540-6549. 1.6 4

7663 Molecular Dynamics Simulations of the Adsorption of Phthalate Esters on Smectite Clay Surfaces.
Journal of Physical Chemistry C, 2019, 123, 13624-13636. 1.5 59

7664 Structure and dynamics of atactic Na+-poly(acrylic) acid (PAA) polyelectrolyte in aqueous solution in
dilute, semi-dilute and concentrated regimes. Molecular Simulation, 2019, 45, 876-895. 0.9 8

7665 Modulation of the helical properties of DNA: next-to-nearest neighbour effects and beyond. Nucleic
Acids Research, 2019, 47, 4418-4430. 6.5 32

7666 Vibrational echo spectroscopy of aqueous sodium bromide solutions from first principles
simulations. Journal of Computational Chemistry, 2019, 40, 2086-2095. 1.5 1



418

Citation Report

# Article IF Citations

7667 Graphene Oxide Promoted Cadmium Uptake by Rice in Soil. ACS Sustainable Chemistry and Engineering,
2019, 7, 10283-10292. 3.2 29

7668 Anomalous interplay of slip, shear and wettability in nanoconfined water. Nanoscale, 2019, 11,
11254-11261. 2.8 26

7669 Rotational lines of hydrogen in water. Journal of Physics B: Atomic, Molecular and Optical Physics,
2019, 52, 095101. 0.6 0

7670 Identification of Chinese Herbal Compounds with Potential as JAK3 Inhibitors. Evidence-based
Complementary and Alternative Medicine, 2019, 2019, 1-11. 0.5 6

7671 Insights into the morphology of multicomponent organic and inorganic aerosols from molecular
dynamics simulations. Atmospheric Chemistry and Physics, 2019, 19, 5571-5587. 1.9 23

7672 Osmolyte-Induced Collapse of a Charged Macromolecule. Journal of Physical Chemistry B, 2019, 123,
4636-4644. 1.2 12

7673 Why does urea have a different effect on the collapse temperature of PDEAM and PNIPAM?. Journal of
Molecular Liquids, 2019, 285, 204-212. 2.3 8

7674
Stability, Vibrations, and Diffusion of Hydrogen Gas in Clathrate Hydrates: Insights from Ab Initio
Calculations on Condensed-Phase Crystalline Structures. Journal of Physical Chemistry C, 2019, 123,
12052-12061.

1.5 20

7675 Delineating the effect of mutations on the conformational dynamics of N-terminal domain of TDP-43.
Biophysical Chemistry, 2019, 250, 106174. 1.5 21

7676 Molecular dynamics simulations of nano-confined methanol and methanol-water mixtures between
infinite graphite plates: Structure and dynamics. Journal of Chemical Physics, 2019, 150, 144510. 1.2 6

7677 Improved Temperature Behavior of PNIPAM in Water with a Modified OPLS Model. Journal of Physical
Chemistry B, 2019, 123, 3875-3883. 1.2 28

7678 Transferability of Local Density-Assisted Implicit Solvation Models for Homogeneous Fluid Mixtures.
Journal of Chemical Theory and Computation, 2019, 15, 2881-2895. 2.3 19

7679 Interactions of Water and Alkanes: Modifying Additive Force Fields to Account for Polarization
Effects. Journal of Chemical Theory and Computation, 2019, 15, 3854-3867. 2.3 25

7680 An Enzyme Cascade Synthesis of Vanillin. Catalysts, 2019, 9, 252. 1.6 16

7681 Voltage gated inter-cation selective ion channels from graphene nanopores. Nanoscale, 2019, 11,
9856-9861. 2.8 37

7682 On the hydration of DOPE in solution. Journal of Chemical Physics, 2019, 150, 115104. 1.2 10

7683 Calculation of solvation free energy utilizing a constrained QM/MM approach combined with a
theory of solutions. Journal of Chemical Physics, 2019, 150, 114109. 1.2 4

7684 Effects of Moisture and Salinity on Methane Adsorption in Kerogen: A Molecular Simulation Study.
Energy &amp; Fuels, 2019, 33, 5368-5376. 2.5 37



419

Citation Report

# Article IF Citations

7685 Molecular Dynamics Simulations of the Electrocoalescence Behaviors of Two Unequally Sized
Conducting Droplets. Langmuir, 2019, 35, 6578-6584. 1.6 20

7686 The pore solution of cement-based materials: structure and dynamics of water and ions from
molecular simulations. Physical Chemistry Chemical Physics, 2019, 21, 11111-11121. 1.3 22

7687 Aqueous Mixtures of Urea and Trimethylamine-N-oxide: Evidence for Kosmotropic or Chaotropic
Behavior?. Journal of Physical Chemistry B, 2019, 123, 4415-4424. 1.2 26

7688 How ions block the single-file water transport through a carbon nanotube. Physical Chemistry
Chemical Physics, 2019, 21, 11298-11305. 1.3 12

7689 Modeling the current modulation of dsDNA in nanopores â€“ from mean-field to atomistic and back.
European Physical Journal: Special Topics, 2019, 227, 1639-1655. 1.2 5

7690 Monomeric state of S100P protein: Experimental and molecular dynamics study. Cell Calcium, 2019, 80,
152-159. 1.1 11

7691 Dopamine-Mediated Assembly of Citrate-Capped Plasmonic Nanoparticles into Stable Coreâ€“Shell
Nanoworms for Intracellular Applications. ACS Nano, 2019, 13, 5864-5884. 7.3 57

7692 Charged nanoporous graphene membranes for water desalination. Physical Chemistry Chemical
Physics, 2019, 21, 9483-9494. 1.3 34

7693 Dehydration impeding ionic conductance through two-dimensional angstrom-scale slits. Nanoscale,
2019, 11, 8449-8457. 2.8 40

7694 In Silico Evaluation of Ibuprofen and Two Benzoylpropionic Acid Derivatives with Potential
Anti-Inflammatory Activity. Molecules, 2019, 24, 1476. 1.7 23

7695 Stabilization of Nanobubbles under Hydrophobic Confinement. Journal of Physical Chemistry C, 2019,
123, 11707-11713. 1.5 6

7696 Evolution of All-Atom Protein Force Fields to Improve Local and Global Properties. Journal of
Physical Chemistry Letters, 2019, 10, 2227-2234. 2.1 65

7697 Molecular polarizability in open ensemble simulations of aqueous nanoconfinements under electric
field. Journal of Chemical Physics, 2019, 150, 164702. 1.2 11

7698 Molecular dynamics study of nonylphenol-substituted dodecyl sulfonate at air/water interface: Role
of steric effect of surfactant headgroups. Journal of Molecular Structure, 2019, 1192, 35-41. 1.8 15

7699 Heterogeneous Occupancy and Vibrational Dynamics of Spatially Patterned Water Molecules. Journal
of Physical Chemistry B, 2019, 123, 4278-4290. 1.2 2

7700 Water structure and mobility in acrylamide copolymer glycohydrogels with galactose and siloxane
pendant groups. Journal of Polymer Science, Part B: Polymer Physics, 2019, 57, 584-597. 2.4 1

7701 Ionized water confined in graphene nanochannels. Physical Chemistry Chemical Physics, 2019, 21,
9285-9295. 1.3 10

7702 Protein Solvent Shell Structure Provides Rapid Analysis of Hydration Dynamics. Journal of Chemical
Information and Modeling, 2019, 59, 2407-2422. 2.5 14



420

Citation Report

# Article IF Citations

7703 Effective Dielectric Constant of Water at the Interface with Charged C<sub>60</sub> Fullerenes.
Journal of Physical Chemistry B, 2019, 123, 3135-3143. 1.2 18

7704
Orientational distribution of DPH in lipid membranes: a comparison of molecular dynamics
calculations and experimental time-resolved anisotropy experiments. Physical Chemistry Chemical
Physics, 2019, 21, 7594-7604.

1.3 13

7705 Does a pair of methane molecules aggregate in water?. Journal of Chemical Physics, 2019, 150, 084501. 1.2 4

7706 The gramâ€•negative outer membrane modeler: Automated building of lipopolysaccharideâ€•rich bacterial
outer membranes in four force fields. Journal of Computational Chemistry, 2019, 40, 1727-1734. 1.5 17

7707
Adsorption of Formamide at the Surface of Amorphous and Crystalline Ices under Interstellar and
Tropospheric Conditions. A Grand Canonical Monte Carlo Simulation Study. Journal of Physical
Chemistry A, 2019, 123, 2935-2948.

1.1 14

7708 Thermophysical properties of glycelineâ€“water mixtures investigated by molecular modelling. Physical
Chemistry Chemical Physics, 2019, 21, 6467-6476. 1.3 38

7709
Molecular Dynamics Simulations Combined with Nuclear Magnetic Resonance and/or Small-Angle
X-ray Scattering Data for Characterizing Intrinsically Disordered Protein Conformational Ensembles.
Journal of Chemical Information and Modeling, 2019, 59, 1743-1758.

2.5 40

7710 Compositional relaxation on the approach to the glass transition in a model trehalose solution.
Physical Review E, 2019, 99, 032602. 0.8 2

7711
Studying equilibria of polymers in solution by direct molecular dynamics simulations:
poly(N-isopropylacrylamide) in water as a test case. European Physical Journal: Special Topics, 2019,
227, 1547-1558.

1.2 13

7712 Polyurethanases: Three-dimensional structures and molecular dynamics simulations of enzymes that
degrade polyurethane. Journal of Molecular Graphics and Modelling, 2019, 89, 82-95. 1.3 23

7713 Water in an electric field does not dance alone: The relation between equilibrium structure, time
dependent viscosity and molecular motions. Journal of Molecular Liquids, 2019, 282, 303-315. 2.3 17

7714 Slow dynamics of hydration water and the trehalose dynamical transition. Journal of Molecular
Liquids, 2019, 282, 617-625. 2.3 17

7715 Understanding the properties of methanesulfinic acid at the air-water interface. Science of the Total
Environment, 2019, 668, 524-530. 3.9 17

7716 NMR analysis of free and lipid nanodisc anchored CEACAM1 membrane proximal peptides with
Ca2+/CaM. Biochimica Et Biophysica Acta - Biomembranes, 2019, 1861, 787-797. 1.4 5

7717 Solvent-Assisted Enhanced Emission of Cationic Perylene Diimide Supramolecular Assembly in Water: A
Perspective from Experiment and Simulation. Journal of Physical Chemistry C, 2019, 123, 6241-6249. 1.5 9

7718 Making and breaking of small water clusters: A combined quantum chemical and molecular dynamics
approach. Journal of Computational Chemistry, 2019, 40, 1556-1569. 1.5 8

7719 The impact of salinity on ionic characteristics of thin brine film wetting carbonate minerals: An
atomistic insight. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2019, 571, 27-35. 2.3 26

7720
Dynamic Molecular Modeling and Experimental Approach of Fluorocarbon Surfactant-Functionalized
SiO<sub>2</sub> Nanoparticles for Gas-Wettability Alteration on Sandstones. Journal of Chemical
&amp; Engineering Data, 2019, 64, 1860-1872.

1.0 13



421

Citation Report

# Article IF Citations

7721 Partition of Positively and Negatively Charged Tryptophan Ions in Membranes with Inverted
Phospholipid Heads: Simulations and Experiments. Journal of Physical Chemistry B, 2019, 123, 3272-3281. 1.2 5

7722 Interactions between cyclic nucleotides and common cations: an ab initio molecular dynamics study.
Physical Chemistry Chemical Physics, 2019, 21, 8121-8132. 1.3 15

7723 Towards capturing cellular complexity: combining encapsulation and macromolecular crowding in a
reverse micelle. Physical Chemistry Chemical Physics, 2019, 21, 8108-8120. 1.3 7

7724 Closure for the Ornstein-Zernike equation with pressure and free energy consistency. Physical
Review E, 2019, 99, 032130. 0.8 23

7725 An experimental and theoretical study on 2-hydroxyethylammonium acetate ionic liquid. Journal of
Molecular Liquids, 2019, 284, 271-281. 2.3 13

7726 Manipulation of Long-Range Water Ordering in Less Confined Nanotubes. Journal of Physical
Chemistry C, 2019, 123, 10101-10106. 1.5 5

7727 Nucleation in aqueous NaCl solutions shifts from 1-step to 2-step mechanism on crossing the
spinodal. Journal of Chemical Physics, 2019, 150, 124502. 1.2 70

7728 Phase diagram and composition of water based crystalline phases in hydrogen â€“ Water binary system.
Solid State Communications, 2019, 294, 6-10. 0.9 10

7729 Effects of chloride ions in acid-catalyzed biomass dehydration reactions in polar aprotic solvents.
Nature Communications, 2019, 10, 1132. 5.8 117

7730 Molecular simulations of enzymes under non-natural conditions. European Physical Journal: Special
Topics, 2019, 227, 1631-1638. 1.2 3

7731 Significantly enhanced convective heat transfer through surface modification in nanochannels.
International Journal of Heat and Mass Transfer, 2019, 136, 702-708. 2.5 37

7732 Specific Ion and Concentration Effects in Acetate Solutions with Na + , K + and Cs +. ChemPhysChem,
2019, 20, 1006-1010. 1.0 1

7733 Investigation about the complexation of trimethylammoniumâ€•derived pillar[5]arene with indole and
azaindole derivatives. Journal of Physical Organic Chemistry, 2019, 32, e3889. 0.9 1

7734 Structural Characterization of N-WASP Domain V Using MD Simulations with NMR and SAXS Data.
Biophysical Journal, 2019, 116, 1216-1227. 0.2 18

7735 Enhancing the Dynamics of Water Confined between Graphene Oxide Surfaces with Janus Interfaces: A
Molecular Dynamics Study. Journal of Physical Chemistry B, 2019, 123, 2978-2993. 1.2 24

7736
Conformational Dynamics and Responsiveness of Weak and Strong Polyelectrolyte Brushes: Atomistic
Simulations of Poly(dimethyl aminoethyl methacrylate) and Poly(2-(methacryloyloxy)ethyl) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 137 Td (trimethylammonium chloride). Langmuir, 2019, 35, 5037-5049.1.6 23

7737 Cross-linker effect on solute adsorption in swollen thermoresponsive polymer networks. Physical
Chemistry Chemical Physics, 2019, 21, 6588-6599. 1.3 14

7738 Mechanisms of phase separation in temperature-responsive acidic aqueous biphasic systems. Physical
Chemistry Chemical Physics, 2019, 21, 7462-7473. 1.3 23



422

Citation Report

# Article IF Citations

7739 Pressure response of the THz spectrum of bulk liquid water revealed by intermolecular instantaneous
normal mode analysis. Journal of Chemical Physics, 2019, 150, 084502. 1.2 13

7740 The role of hydrophobicity in the cold denaturation of proteins under high pressure: A study on
apomyoglobin. Journal of Chemical Physics, 2019, 150, 075102. 1.2 6

7741 Simulating DNA Chip Design Using All-Electronic Graphene-Based Substrates. Molecules, 2019, 24, 951. 1.7 6

7742 Steered molecular dynamic simulations of conformational lock of Cu, Zn-superoxide dismutase.
Scientific Reports, 2019, 9, 4353. 1.6 11

7743
Behavior of water molecules between molecular layers of by-products of dicumyl peroxide or
surfactants in an external electric field: Computational insight. Computational Materials Science,
2019, 163, 134-140.

1.4 5

7744 Mechanism investigation of coalescence behaviors of conducting droplets by molecular dynamics
simulations. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2019, 570, 55-62. 2.3 24

7745 Molecular Modifiers Suppress Nonclassical Pathways of Zeolite Crystallization. Chemistry of
Materials, 2019, 31, 3228-3238. 3.2 39

7746 Mechanism of Trehalose-Induced Protein Stabilization from Neutron Scattering and Modeling.
Journal of Physical Chemistry B, 2019, 123, 3679-3687. 1.2 28

7747 Effect of secondary amino on the adsorption of N-Dodecylethylenediamine on quartz surface: A
molecular dynamics study. Powder Technology, 2019, 351, 46-53. 2.1 29

7748 Molecular Dynamics Simulation of Phenol Aqueous Solution under the Impact of an External
Electrostatic Field. Journal of Chemical &amp; Engineering Data, 2019, 64, 2259-2265. 1.0 10

7749 Effect of Ions on Water Dynamics in Dilute and Concentrated Aqueous Salt Solutions. Journal of
Physical Chemistry B, 2019, 123, 3312-3324. 1.2 37

7750 Molecular dynamics simulation of spherical-to -threadlike micelle transition in a cationic surfactant
solution. Molecular Simulation, 2019, 45, 797-805. 0.9 5

7751
Three-Dimensional Reference Interaction Site Model Self-Consistent Field Study on the Coordination
Structure and Excitation Spectra of Cu(II)â€“Water Complexes in Aqueous Solution. Journal of Physical
Chemistry A, 2019, 123, 3344-3354.

1.1 6

7752 Study of Electric Field-Induced Evaporation Like Process and Nucleation in Nanoscale. Journal of Heat
Transfer, 2019, 141, . 1.2 4

7753 Improving Atom-Type Diversity and Sampling in Cosolvent Simulations Using Î»-Dynamics. Journal of
Chemical Theory and Computation, 2019, 15, 3272-3287. 2.3 5

7754 Fluid release pressure for nanochannels: the Youngâ€“Laplace equation using the effective contact
angle. Nanoscale, 2019, 11, 8408-8415. 2.8 35

7755 Protein Supersecondary Structures. Methods in Molecular Biology, 2019, , . 0.4 4

7756 Structural Characterization of Membrane Protein Dimers. Methods in Molecular Biology, 2019, 1958,
403-436. 0.4 1



423

Citation Report

# Article IF Citations

7757
Assessment of Multi-Scale Approaches for Computing UVâ€“Vis Spectra in Condensed Phases: Toward an
Effective yet Reliable Integration of Variational and Perturbative QM/MM Approaches. Journal of
Chemical Theory and Computation, 2019, 15, 3170-3184.

2.3 17

7758 Microscopic origin of the scattering pre-peak in aqueous propylamine mixtures: X-ray and neutron
experiments <i>versus</i> simulations. Physical Chemistry Chemical Physics, 2019, 21, 9317-9325. 1.3 13

7759 Low-Dimensional Confined Ice Has the Electronic Signature of Liquid Water. Journal of Physical
Chemistry Letters, 2019, 10, 2008-2016. 2.1 11

7760 Water models for interfacial water simulations. Science China Technological Sciences, 2019, 62,
729-735. 2.0 2

7761
Enhanced Dispersion and Polarization Interactions Achieved through Dithiophosphate Group
Incorporation Yield a Dramatic Binding Affinity Increase for an RNA Aptamerâ€“Thrombin Complex.
Journal of the American Chemical Society, 2019, 141, 4445-4452.

6.6 19

7762 Tailoring carbon nitride properties and photoactivity by interfacial engineering of hydrogen-bonded
frameworks. Nanoscale, 2019, 11, 5564-5570. 2.8 21

7763 Force Field Development and Nanoreactor Chemistry. Challenges and Advances in Computational
Chemistry and Physics, 2019, , 127-159. 0.6 1

7764 Anisotropic structure and dynamics of water under static electric fields. Journal of Chemical
Physics, 2019, 150, 074505. 1.2 34

7765 Molecular dynamics simulations of nonionic surfactant adsorbed on subbituminous coal model
surface based on XPS analysis. Molecular Simulation, 2019, 45, 736-742. 0.9 22

7766
Resolving solution conformations of the model semi-flexible polyelectrolyte homogalacturonan
using molecular dynamics simulations and small-angle x-ray scattering. European Physical Journal E,
2019, 42, 19.

0.7 9

7767 <i>N</i>-Methylacetamide Aqueous Solutions: A Neutron Diffraction Study. Journal of Physical
Chemistry B, 2019, 123, 1808-1814. 1.2 11

7768 Systematic parameterization procedure to develop force fields for molecular fluids using explicit
water. Fluid Phase Equilibria, 2019, 490, 1-12. 1.4 12

7769 Does the Intraâ€•Atomic Deformation Energy of Interacting Quantum Atoms Represent Steric Energy?.
ChemistryOpen, 2019, 8, 560-570. 0.9 31

7770 Molecular Dynamics Study of the Relation between Analyte Retention and Surface Diffusion in
Reversed-Phase Liquid Chromatography. Journal of Physical Chemistry C, 2019, 123, 3672-3681. 1.5 35

7771 Mechanism of Solvent Control of Protein Dynamics. Physical Review Letters, 2019, 122, 058101. 2.9 35

7772
A numerical study on the thermal conductivity of H2O/CO2/H2 mixtures in supercritical regions of
water for coal supercritical water gasification system. International Journal of Heat and Mass
Transfer, 2019, 135, 413-424.

2.5 36

7773 Multifaceted Water Dynamics in Spherical Nanocages. Journal of Physical Chemistry C, 2019, 123,
5989-5998. 1.5 5

7774 Hydrophilicity of the hydrophobic group: Effect of cosolvents and ions. Journal of Molecular
Liquids, 2019, 280, 389-398. 2.3 7



424

Citation Report

# Article IF Citations

7775
A general hydrogen bonding definition based on three-dimensional spatial distribution functions and
its extension to quantitative structural analysis of solutions and general intermolecular bonds.
Journal of Molecular Liquids, 2019, 281, 225-235.

2.3 15

7776 Interfacial Water Features at Airâ€“Water Interfaces as Influenced by Charged Surfactants. Journal of
Physical Chemistry B, 2019, 123, 2397-2404. 1.2 6

7777 Ion Hydration and Association in an Aqueous Calcium Chloride Solution in the GPa Range. European
Journal of Inorganic Chemistry, 2019, 2019, 1170-1177. 1.0 19

7778 Spreading patterns of high velocity nanodroplets impacting on suspended graphene. Journal of
Molecular Liquids, 2019, 292, 110429. 2.3 3

7779 The role of charge-matching in nanoporous materials formation. Materials Horizons, 2019, 6,
1027-1033. 6.4 13

7780 Impact of mutation on podocin protein involved in type 2 nephrotic syndrome: Insights into docking
and molecular dynamics simulation study. Journal of Molecular Liquids, 2019, 281, 549-562. 2.3 24

7781 Simulations of NaCl Aggregation from Solution: Solvent Determines Topography of Free Energy
Landscape. Journal of Computational Chemistry, 2019, 40, 135-147. 1.5 13

7782 Solvent Composition Effects on the Structural Properties of the AÎ²42 Monomer from the 3D-RISM-KH
Molecular Theory of Solvation. Journal of Physical Chemistry B, 2019, 123, 2491-2506. 1.2 6

7783 The Role of Disjoining Pressure and Thermal Activation in the Invasion of Droplets into Nanopores.
Journal of Physical Chemistry C, 2019, 123, 6905-6912. 1.5 5

7784 Graphene quantum dot assisted translocation of drugs into a cell membrane. Nanoscale, 2019, 11,
4503-4514. 2.8 56

7785 Molecular modelling of the heat capacity and anisotropic thermal expansion of nanoporous
hydroxyapatite. Materialia, 2019, 5, 100251. 1.3 13

7786 Development of the ReaxFF Methodology for Electrolyteâ€“Water Systems. Journal of Physical
Chemistry A, 2019, 123, 2125-2141. 1.1 48

7787
Mechanism unravelling for ultrafast and selective <sup>99</sup>TcO<sub>4</sub><sup>âˆ’</sup>
uptake by a radiation-resistant cationic covalent organic framework: a combined radiological
experiment and molecular dynamics simulation study. Chemical Science, 2019, 10, 4293-4305.

3.7 181

7788 Developing and Testing of Lipid Force Fields with Applications to Modeling Cellular Membranes.
Chemical Reviews, 2019, 119, 6227-6269. 23.0 72

7789 Water in Confinement between Nanowalls: Results for Hexagonal Boron Nitride versus Graphene
Sheets from Ab Initio Molecular Dynamics. Journal of Physical Chemistry C, 2019, 123, 6130-6140. 1.5 15

7790
Effects of ionic hydration and hydrogen bonding on flow resistance of ionic aqueous solutions
confined in molybdenum disulfide nanoslits: Insights from molecular dynamics simulations. Fluid
Phase Equilibria, 2019, 489, 23-29.

1.4 9

7791
A combined calorimetric, spectroscopic and molecular dynamic simulation study on the inclusion
complexation of (E)-piceatannol with hydroxypropyl-Î²-cyclodextrin in various alcoholâ€¯+â€¯water
cosolvents. Journal of Chemical Thermodynamics, 2019, 132, 341-351.

1.0 21

7792 Adsorption of amino acids on graphene: assessment of current force fields. Soft Matter, 2019, 15,
2359-2372. 1.2 24



425

Citation Report

# Article IF Citations

7793 Interaction of salt with ether- and ester-linked phospholipid bilayers. Biochimica Et Biophysica Acta -
Biomembranes, 2019, 1861, 907-915. 1.4 2

7794
Evolutionary Approach to Constructing a Deep Feedforward Neural Network for Prediction of
Electronic Coupling Elements in Molecular Materials. Journal of Chemical Theory and Computation,
2019, 15, 1777-1784.

2.3 27

7795 Dietary flavonoids inhibit the glycation of lens proteins: implications in the management of diabetic
cataract. 3 Biotech, 2019, 9, 47. 1.1 14

7796 Influence of electrostatic field on the adsorption of phenol on single-walled carbon nanotubes: A
study by molecular dynamics simulation. Chemical Engineering Journal, 2019, 363, 278-284. 6.6 56

7797 Classical Molecular Dynamics Study of Small-Chain Carboxylic Acid Aerosol Particles. ACS Earth and
Space Chemistry, 2019, 3, 380-389. 1.2 7

7798 Investigation of the interactions between Melittin and the PLGA and PLA polymers: molecular dynamic
simulation and binding free energy calculation. Materials Research Express, 2019, 6, 055318. 0.8 18

7799
Open-Boundary Molecular Mechanics/Coarse-Grained Framework for Simulations of Low-Resolution
G-Protein-Coupled Receptorâ€“Ligand Complexes. Journal of Chemical Theory and Computation, 2019, 15,
2101-2109.

2.3 16

7800 Multi-scale approach for modeling stability, aggregation, and network formation of nanoparticles
suspended in aqueous solutions. Nanoscale, 2019, 11, 3979-3992. 2.8 32

7801 Elastic constants of ice I<i>h</i> as described by semi-empirical water models. Journal of Chemical
Physics, 2019, 150, 044503. 1.2 10

7802 Atomistic basis of opening and conduction in mammalian inward rectifier potassium (Kir2.2) channels.
Journal of General Physiology, 2020, 152, jgp.201912422. 0.9 28

7803
Modeling and simulation of adsorption of methane, ethane, hydrogen sulfide and water from natural
gas in (FP)YEu Metalâ€“Organic Framework. IOP Conference Series: Materials Science and Engineering,
2019, 579, 012020.

0.3 3

7804 Confirmation of the formation of salt bridges in the denatured state of CutA1 protein using
molecular dynamics simulations. Biophysics and Physicobiology, 2019, 16, 176-184. 0.5 1

7805 Effects of a remote mutation from the contact paratope on the structure of CDR-H3 in the anti-HIV
neutralizing antibody PG16. Scientific Reports, 2019, 9, 19840. 1.6 4

7806 &lt;p&gt;Characterization Of Bloodâ€“Brain Barrier Crossing And Tumor Homing Peptides By Molecular
Dynamics Simulations&lt;/p&gt;. International Journal of Nanomedicine, 2019, Volume 14, 10123-10136. 3.3 5

7807 Translational and Rotational Diffusion in Liquid Water at Very High Pressure: A Simulation Study.
Journal of Physical Chemistry B, 2019, 123, 10025-10035. 1.2 4

7808 Ensemble first-principles molecular dynamics simulations of water using the SCAN meta-GGA density
functional. Journal of Chemical Physics, 2019, 151, 164101. 1.2 24

7809
&lt;p&gt;Carrier-Free, Dual-Functional Nanorods Via Self-Assembly Of Pure Drug Molecules For
Synergistic Chemo-Photodynamic Therapy&lt;/p&gt;. International Journal of Nanomedicine, 2019,
Volume 14, 8665-8683.

3.3 19

7810 Atomistic simulation of PDADMAC/PSS oligoelectrolyte multilayers: overall comparison of tri- and
tetra-layer systems. Soft Matter, 2019, 15, 9437-9451. 1.2 5



426

Citation Report

# Article IF Citations

7811 Layer Charge Effects on Adsorption and Diffusion of Water and Ions in Interlayers and on External
Surfaces of Montmorillonite. ACS Earth and Space Chemistry, 2019, 3, 2635-2645. 1.2 37

7812 Regularizing the fast multipole method for use in molecular simulation. Journal of Chemical Physics,
2019, 151, 234113. 1.2 10

7813 Enhanced solvation force extrapolation for speeding up molecular dynamics simulations of complex
biochemical liquids. Journal of Chemical Physics, 2019, 151, 214102. 1.2 5

7814
Effect of Pore Size on the Ion Electrosorption and Hydrogen/Deuterium Electrosorption Using
Sodium Chloride in H<sub>2</sub>O and D<sub>2</sub>O. Journal of the Electrochemical Society,
2019, 166, A4158-A4167.

1.3 8

7815 Molecular dynamics simulation of nanosized water droplet spreading on chemically heterogeneous
surfaces. AIP Advances, 2019, 9, 125105. 0.6 8

7816 Direct route to reproducing pair distribution functions with coarse-grained models via transformed
atomistic cross correlations. Journal of Chemical Physics, 2019, 151, 244110. 1.2 8

7817 Molecular dynamics study of a solvation motor in a Lennard-Jones solvent. Physical Review E, 2019,
100, 062608. 0.8 2

7818 Molecular dynamics simulation of homogeneous nucleation of supersaturated potassium chloride
(KCl) in aqueous solutions. CrystEngComm, 2019, 21, 7507-7518. 1.3 11

7819 Molecular mechanisms of 33-mer gliadin peptide oligomerisation. Physical Chemistry Chemical Physics,
2019, 21, 22539-22552. 1.3 13

7820
Theoretical investigations of a platinumâ€“water interface using
quantum-mechanics-molecular-mechanics based molecular dynamics simulations. Physical Chemistry
Chemical Physics, 2019, 21, 24345-24353.

1.3 4

7821 Caffeine destabilizes preformed AÎ² protofilaments: insights from all atom molecular dynamics
simulations. Physical Chemistry Chemical Physics, 2019, 21, 22067-22080. 1.3 30

7822
An effective partial charge model for bulk and surface properties of cubic ZrO<sub>2</sub>,
Y<sub>2</sub>O<sub>3</sub> and yttrium-stabilised zirconia. Physical Chemistry Chemical Physics,
2019, 21, 25635-25648.

1.3 11

7823 Equation-of-state and electrical conductivity of NaCl-bearing fluids in the deep Earth: insights from
molecular simulations. ASEG Extended Abstracts, 2019, 2019, 1-4. 0.1 0

7824 Anomalous viscoelastic response of water-dimethyl sulfoxide solution and a molecular explanation
of non-monotonic composition dependence of viscosity. Journal of Chemical Physics, 2019, 151, 194505. 1.2 8

7825
Simulation of structure and thermodynamic properties of the double of ozone and carbon dioxide
hydrates using molecular and lattice dynamics methods. Journal of Physics: Conference Series, 2019,
1359, 012055.

0.3 0

7826 Ion Distribution and Hydration Structure at Solidâ€“Liquid Interface between NaCl Crystal and Its
Solution. ACS Omega, 2019, 4, 18692-18698. 1.6 8

7827 Multimodal Interactions of Dopamine Hydrochloride with the Groove Region of DNA: A Key Factor in
the Enhanced Stability of DNA. Journal of Physical Chemistry B, 2019, 123, 10700-10708. 1.2 14

7828
Hydration of Closely Related Manganese and Magnesium Porphyrins in Aqueous Solutions: Ab Initio
Quantum Mechanical Charge Field Molecular Dynamics Simulation Study. Journal of Physical
Chemistry B, 2019, 123, 10769-10779.

1.2 3



427

Citation Report

# Article IF Citations

7829 On the Nonaggregation of Normal Adult Hemoglobin and the Aggregation of Sickle Cell Hemoglobin.
Journal of Physical Chemistry B, 2019, 123, 10735-10745. 1.2 5

7830 X-ray Standing Waves and Molecular Dynamics Studies of Ion Surface Interactions in Water at a
Charged Silica Interface. Journal of Physical Chemistry C, 2019, 123, 30294-30304. 1.5 7

7831 On the role of intermolecular vibrational motions for ice polymorphs I: Volumetric properties of
crystalline and amorphous ices. Journal of Chemical Physics, 2019, 151, 114501. 1.2 4

7832 Thermodynamic and Structural Characteristics of SPC/E Water at 290 K and under High Pressure.
Journal of Structural Chemistry, 2019, 60, 1590-1598. 0.3 7

7833 Diffusion in Binary Aqueous Solutions of Alcohols by Molecular Simulation. Processes, 2019, 7, 947. 1.3 15

7834 Radical Stabilization Energies for Enzyme Engineering: Tackling the Substrate Scope of the Radical
Enzyme QueE. Journal of Chemical Information and Modeling, 2019, 59, 5111-5125. 2.5 7

7835 Electrical conductivity, ion pairing, and ion self-diffusion in aqueous NaCl solutions at elevated
temperatures and pressures. Journal of Chemical Physics, 2019, 151, 224504. 1.2 20

7836 Determination and evaluation of the nonadditivity in wetting of molecularly heterogeneous surfaces.
Proceedings of the National Academy of Sciences of the United States of America, 2019, 116, 25516-25523. 3.3 8

7837 Adsorption of water and fatty acids at magnesium hydroxide surface from an MDS perspective.
Surface Innovations, 2019, 7, 304-316. 1.4 8

7838 Water Activity from Equilibrium Molecular Dynamics Simulations and Kirkwood-Buff Theory. Journal
of Physical Chemistry B, 2019, 123, 10757-10768. 1.2 5

7839 Combining molecular dynamics simulations and experimental analyses in protein misfolding. Advances
in Protein Chemistry and Structural Biology, 2019, 118, 33-110. 1.0 9

7840 In silico study on identification of novel MALT1 allosteric inhibitors. RSC Advances, 2019, 9,
39338-39347. 1.7 5

7841
Changes in protein hydration dynamics by encapsulation or crowding of ubiquitin: strong
correlation between time-dependent Stokes shift and intermolecular nuclear Overhauser effect. RSC
Advances, 2019, 9, 36982-36993.

1.7 5

7842 Unidirectional transport of water nanodroplets entrapped inside a nonparallel smooth surface: a
molecular dynamics simulation study. RSC Advances, 2019, 9, 41984-41992. 1.7 5

7843
Effect of water concentration on the shock response of polyethylene glycol diacrylate (PEGDA)
hydrogels: A molecular dynamics study. Journal of the Mechanical Behavior of Biomedical Materials,
2019, 90, 30-39.

1.5 17

7844 Exploration and validation of diphosphateâ€•based <scp><i>Plasmodium</i> LytB</scp> inhibitors using
computational approaches. Journal of Molecular Recognition, 2019, 32, e2762. 1.1 5

7845 Self-diffusion coefficient of bulk and confined water: a critical review of classical molecular
simulation studies. Molecular Simulation, 2019, 45, 425-453. 0.9 130

7846 Perspective on computational simulations of glycosaminoglycans. Wiley Interdisciplinary Reviews:
Computational Molecular Science, 2019, 9, e1388. 6.2 21



428

Citation Report

# Article IF Citations

7847 Dispersion of graphene using surfactant mixtures: Experimental and molecular dynamics simulation
studies. Applied Surface Science, 2019, 464, 440-450. 3.1 58

7848 Predicting binding affinities of nitrogen-containing bisphosphonates on hydroxyapatite surface by
molecular dynamics. Chemical Physics Letters, 2019, 716, 83-92. 1.2 12

7849 Ionic conductivity in aqueous electrolyte solutions: Insights from computer simulations. Journal of
Molecular Liquids, 2019, 277, 506-515. 2.3 13

7850 Simulations of Nanoseparated Charged Surfaces Reveal Charge-Induced Water Reorientation and
Nonadditivity of Hydration and Mean-Field Electrostatic Repulsion. Langmuir, 2019, 35, 551-560. 1.6 39

7851 Nonequilibrium free-energy calculations of fluids using LAMMPS. Computational Materials Science,
2019, 159, 316-326. 1.4 24

7852 Transfer Free Energies and Partitioning of Small Molecules in Collapsed PNIPAM Polymers. Journal of
Physical Chemistry B, 2019, 123, 720-728. 1.2 20

7853 The dynamics of solid and liquid phases of water octamer, decamer, and dodecamer. Structural
Chemistry, 2019, 30, 595-603. 1.0 4

7854 GOMC: GPU Optimized Monte Carlo for the simulation of phase equilibria and physical properties of
complex fluids. SoftwareX, 2019, 9, 20-27. 1.2 32

7855 Structural Relaxation Processes and Collective Dynamics of Water in Biomolecular Environments.
Journal of Physical Chemistry B, 2019, 123, 480-486. 1.2 14

7856 Molecular Dynamics Simulations of Noble Gas Fractionation during Diffusion through Silica
Nanopores. ACS Earth and Space Chemistry, 2019, 3, 62-69. 1.2 1

7857 Effect of truncating electrostatic interactions on predicting thermodynamic properties of
waterâ€“methanol systems. Molecular Simulation, 2019, 45, 336-350. 0.9 17

7858 Structure and Dynamics of the Hydration Shell: Spatially Decomposed Time Correlation Approach.
Journal of Chemical Theory and Computation, 2019, 15, 803-812. 2.3 9

7859 Polarization Corrections and the Hydration Free Energy of Water. Journal of Chemical Theory and
Computation, 2019, 15, 1065-1078. 2.3 29

7860 The role of intermolecular interactions on the encapsulation of human insulin into the chitosan and
cholesterol-grafted chitosan polymers. Carbohydrate Polymers, 2019, 208, 345-355. 5.1 17

7861 Simultaneous Adsorption and Incorporation of Sr<sup>2+</sup> at the Barite (001)â€“Water Interface.
Journal of Physical Chemistry C, 2019, 123, 1194-1207. 1.5 21

7862 Conotoxin ÎºM-RIIIJ, a tool targeting asymmetric heteromeric K <sub>v</sub> 1 channels. Proceedings of
the National Academy of Sciences of the United States of America, 2019, 116, 1059-1064. 3.3 17

7863 Bridging twoâ€•liquid theory with molecular simulations for electrolytes: An investigation of aqueous
NaCl solution. AICHE Journal, 2019, 65, 1315-1324. 1.8 16

7864 Molecular Simulation Study of Montmorillonite in Contact with Water. Industrial &amp; Engineering
Chemistry Research, 2019, 58, 1396-1403. 1.8 51



429

Citation Report

# Article IF Citations

7865 Finite electric displacement simulations of polar ionic solid-electrolyte interfaces: Application to
NaCl(111)/aqueous NaCl solution. Journal of Chemical Physics, 2019, 150, 041716. 1.2 19

7866
Toward Multiscale Modeling of Proteins and Bioagglomerates: An Orientation-Sensitive Diffusion
Model for the Integration of Molecular Dynamics and the Discrete Element Method. Journal of
Chemical Information and Modeling, 2019, 59, 386-398.

2.5 8

7867
Molecular Self-Assembly Strategy for Encapsulation of an Amphipathic Î±-Helical Antimicrobial Peptide
into the Different Polymeric and Copolymeric Nanoparticles. Journal of Chemical Information and
Modeling, 2019, 59, 550-563.

2.5 26

7868 Interaction of the anticancer p28 peptide with p53-DBD as studied by fluorescence, FRET, docking and
MD simulations. Biochimica Et Biophysica Acta - General Subjects, 2019, 1863, 342-350. 1.1 20

7869 Molecular insight into competitive adsorption of methane and carbon dioxide in montmorillonite:
Effect of clay structure and water content. Fuel, 2019, 239, 32-43. 3.4 81

7870
Characterization of Electrospray Ionization (ESI) Parameters on In-ESI Hydrogen/Deuterium Exchange
of Carbohydrate-Metal Ion Adducts. Journal of the American Society for Mass Spectrometry, 2019, 30,
235-247.

1.2 22

7871 Water Models in Molecular Dynamics Simulation Prediction of Dielectric Properties of Biomaterials.
IEEE Journal of Electromagnetics, RF and Microwaves in Medicine and Biology, 2019, 3, 97-104. 2.3 9

7872 Temperature dependent network stability in simple alcohols and pure water: The evolution of Laplace
spectra. Journal of Molecular Liquids, 2019, 273, 670-675. 2.3 6

7873 Challenges and advances in atomistic simulations of potassium and sodium ion channel gating and
permeation. Journal of Physiology, 2019, 597, 679-698. 1.3 30

7874 Comparative study of the binding mode between cytochrome P450 17A1 and prostate cancer drugs in
the absence of haem iron. Journal of Biomolecular Structure and Dynamics, 2019, 37, 4161-4170. 2.0 7

7875 A Modified Shifted Force Approach to the Wolf Summation. Journal of Chemical Theory and
Computation, 2019, 15, 572-583. 2.3 8

7876 Free Energy of Classical Molecular Crystals by Thermodynamic Integration from a Harmonic
Reference. Journal of Chemical Theory and Computation, 2019, 15, 68-77. 2.3 3

7877 Solvation and Dynamics of CO<sub>2</sub> in Aqueous Alkanolamine Solutions. ACS Sustainable
Chemistry and Engineering, 2019, 7, 1028-1037. 3.2 11

7878 Complete steric exclusion of ions and proton transport through confined monolayer water. Science,
2019, 363, 145-148. 6.0 207

7879
Atomistic simulation of proton transfer ability of Isopoly acid (IPA)/Heteropoly acid (HPA) doped
NafionÂ® 117 for high-temperature fuel cell applications. Composites Part B: Engineering, 2019, 161,
402-410.

5.9 23

7880 Comparative Study of the Effects of Temperature and Pressure on the Water-Mediated Interactions
between Apolar Nanoscale Solutes. Journal of Physical Chemistry B, 2019, 123, 1116-1128. 1.2 5

7881 Transport properties of bulk water at 243â€“550â€‰K: a Comparative molecular dynamics simulation study
using SPC/E, TIP4P, and TIP4P/2005 water models. Molecular Physics, 2019, 117, 1926-1933. 0.8 21

7882 Moving Behavior of Nanodroplets on Wedge-Shaped Functional Surfaces. Journal of Physical
Chemistry C, 2019, 123, 1798-1805. 1.5 18



430

Citation Report

# Article IF Citations

7883 Vapourâ€“liquid equilibria from molecular simulations: some issues affecting reliability and
reproducibility. Molecular Physics, 2019, 117, 2814-2821. 0.8 7

7884 The effect of electric fields in methane hydrate growth and dissociation: A molecular dynamics
simulation. Computational and Theoretical Chemistry, 2019, 1149, 57-68. 1.1 32

7885 Charge Asymmetry Effect in Ion Transport through Angstrom-Scale Channels. Journal of Physical
Chemistry C, 2019, 123, 1462-1469. 1.5 29

7886 Effects of wettability on explosive boiling of nanoscale liquid films: Whether the classical
nucleation theory fails or not?. International Journal of Heat and Mass Transfer, 2019, 132, 1277-1283. 2.5 57

7887 Dynamical Effects of Trimethylamine N-Oxide on Aqueous Solutions of Urea. Journal of Physical
Chemistry B, 2019, 123, 1108-1115. 1.2 18

7888 Water hydrogen degrees of freedom and the hydrophobic effect. Journal of Chemical Physics, 2019,
150, 014502. 1.2 9

7889 Microscopic details of asphaltenes aggregation onset during waterflooding. Petroleum Science and
Technology, 2019, 37, 573-580. 0.7 4

7890 Insight into the roles of two typical ion clusters and their second hydration shells: Implication for
the nucleation mechanism in MgSO4 aqueous solution. Journal of Molecular Liquids, 2019, 278, 33-42. 2.3 12

7891 EncoderMap: Dimensionality Reduction and Generation of Molecule Conformations. Journal of
Chemical Theory and Computation, 2019, 15, 1209-1215. 2.3 72

7892 Microscopic Structure of Compacted Polyelectrolyte Complexes: Insights from Molecular Dynamics
Simulations. ACS Macro Letters, 2019, 8, 123-127. 2.3 15

7893 Adsorption of water, methanol, and their mixtures in slit graphite pores. Journal of Chemical Physics,
2019, 150, 024705. 1.2 23

7894 Modeling, Simulations, and Bioinformatics at the Service of RNA Structure. CheM, 2019, 5, 51-73. 5.8 25

7895 Microscopic insight into the ion aggregation characteristics in aqueous MgCl2 and MgCl2â€“LiCl
solutions: Implications for Mg2+/Li+ separation. Journal of Molecular Liquids, 2019, 273, 374-382. 2.3 5

7896 Thermally triggered nanorocket from double-walled carbon nanotube in water. Molecular
Simulation, 2019, 45, 417-424. 0.9 9

7897 Designing the Optimal Formulation for Biopharmaceuticals: A New Approach Combining Molecular
Dynamics and Experiments. Journal of Pharmaceutical Sciences, 2019, 108, 431-438. 1.6 16

7898 Refinement of proteinâ€•protein complexes in contact map space with metadynamics simulations.
Proteins: Structure, Function and Bioinformatics, 2019, 87, 12-22. 1.5 13

7899 Exploring the aggregation-prone regions from structural domains of human TDP-43. Biochimica Et
Biophysica Acta - Proteins and Proteomics, 2019, 1867, 286-296. 1.1 27

7900 A molecular dynamics study of water-soluble polymers: analysis of force fields from atomistic
simulations. Molecular Simulation, 2019, 45, 310-321. 0.9 20



431

Citation Report

# Article IF Citations

7901 Vibrational Spectroscopy in Analysis of Stimuli-Responsive Polymerâ€“Water Systems. Challenges and
Advances in Computational Chemistry and Physics, 2019, , 223-271. 0.6 0

7902 Using limiting activity coefficients to efficiently evaluate the ability of fixed-charge force fields to
model miscible water plus cosolvent mixtures. Molecular Simulation, 2019, 45, 322-335. 0.9 8

7903
Structural significance of hypermodified nucleoside 5-carboxymethylaminomethyluridine (cmnm5U)
from â€˜wobbleâ€™ (34th) position of mitochondrial tRNAs: Molecular modeling and Markov state model
studies. Journal of Molecular Graphics and Modelling, 2019, 86, 66-83.

1.3 0

7904 The molecular dynamics simulation of hydrogen bonding in supercritical water. Physica A: Statistical
Mechanics and Its Applications, 2019, 516, 365-375. 1.2 16

7905 Molecular Mechanism of Polycation-Induced Pore Formation in Biomembranes. ACS Biomaterials
Science and Engineering, 2019, 5, 780-794. 2.6 27

7906 Optimization and in-vitro/in-vivo evaluation of doxorubicin-loaded chitosan-alginate nanoparticles
using a melanoma mouse model. International Journal of Pharmaceutics, 2019, 556, 1-8. 2.6 50

7907 A reactive force field molecular dynamics simulation of the dynamic properties of hydrogen bonding
in supercritical water. Journal of Molecular Liquids, 2019, 276, 83-92. 2.3 18

7908 Water transport through subnanopores in the ultimate size limit: Mechanism from molecular
dynamics. Nano Research, 2019, 12, 587-592. 5.8 25

7909 Interpretation of Interfacial Protein Spectra with Enhanced Molecular Simulation Ensembles. Journal
of Chemical Theory and Computation, 2019, 15, 698-707. 2.3 4

7910 Application of the ChIMES Force Field to Nonreactive Molecular Systems: Water at Ambient
Conditions. Journal of Chemical Theory and Computation, 2019, 15, 436-447. 2.3 23

7911 Molecular dynamics simulation study on distinctive hydration characteristics of highly coordinated
calcium chloride complexes. Journal of Molecular Liquids, 2019, 274, 261-269. 2.3 7

7912 Computational Probing of Watsonâ€“Crick/Hoogsteen Breathing in a DNA Duplex Containing
N1-Methylated Adenine. Journal of Chemical Theory and Computation, 2019, 15, 751-761. 2.3 14

7913 Molecular insights into multilayer 18-crown-6-like graphene nanopores for K+/Na+ separation: A
molecular dynamics study. Carbon, 2019, 144, 32-42. 5.4 40

7914 Molecular dynamics investigation of substrate wettability alteration and oil transport in a calcite
nanopore. Fuel, 2019, 239, 1149-1161. 3.4 35

7915 Spectral mapping of thermal transport across SiC-water interfaces. International Journal of Heat and
Mass Transfer, 2019, 131, 645-653. 2.5 16

7916 Computational insights into pHâ€•dependence of structure and dynamics of pyrazinamidase: A
comparison of wild type and mutants. Journal of Cellular Biochemistry, 2019, 120, 2502-2514. 1.2 3

7917 Accumulation behaviors of methane in the aqueous environment with organic matters. Fuel, 2019, 236,
836-842. 3.4 29

7918 Thermodynamics of the fourU RNA thermal switch derived from molecular dynamics simulations and
spectroscopic techniques. Biochimie, 2019, 156, 22-32. 1.3 5



432

Citation Report

# Article IF Citations

7919 On the mechanism of water adsorption in carbon micropores â€“ A molecular simulation study.
Chemical Engineering Journal, 2019, 357, 358-366. 6.6 31

7920 Adsorption Behavior of Organic Corrosion Inhibitors on Metal Surfacesâ€”Some New Insights from
Molecular Simulations. Corrosion, 2019, 75, 90-105. 0.5 29

7921 Anomalous water and ion dynamics in hydroxyapatite mesopores. Computational Materials Science,
2019, 156, 26-34. 1.4 10

7922
Solvent effect on the <i>syn/anti</i> conformational stability: A comparison between conformational
bias Monte Carlo and molecular dynamics methods. International Journal of Quantum Chemistry,
2019, 119, e25688.

1.0 20

7923 Molecular dynamics modeling of nano-porous centrifuge for reverse osmosis desalination.
Desalination, 2019, 451, 182-191. 4.0 20

7924 Structural Characterization of the Trimerization of TRAF6 Protein Through Molecular Dynamics
Simulations. Interdisciplinary Sciences, Computational Life Sciences, 2019, 11, 428-436. 2.2 1

7925 Molecular simulation of penetration separation for ethanol/water mixtures using two-dimensional
nanoweb graphynes. Chinese Journal of Chemical Engineering, 2019, 27, 286-292. 1.7 7

7926
Identification of anti-filarial leads against aspartate semialdehyde dehydrogenase of <i>Wolbachia</i>
endosymbiont of <i>Brugia malayi:</i> combined molecular docking and molecular dynamics
approaches. Journal of Biomolecular Structure and Dynamics, 2019, 37, 394-410.

2.0 31

7927
Effects of Peutz-Jeghers syndrome (PJS) causing missense mutations L67P, L182P, G242V and R297S on the
structural dynamics of LKB1 (Liver kinase B1) protein. Journal of Biomolecular Structure and
Dynamics, 2019, 37, 796-810.

2.0 1

7928 Simulation of protein diffusion: a sensitive probe of proteinâ€“solvent interactions. Journal of
Biomolecular Structure and Dynamics, 2019, 37, 1534-1544. 2.0 13

7929
Characterization of heterogeneous intermediate ensembles on the guanidinium chloride-induced
unfolding pathway of Î²-lactoglobulin. Journal of Biomolecular Structure and Dynamics, 2020, 38,
1042-1053.

2.0 4

7930 SuAVE: A Tool for Analyzing Curvature-Dependent Properties in Chemical Interfaces. Journal of
Chemical Information and Modeling, 2020, 60, 473-484. 2.5 24

7931 Solubility of water in n-alkanes: New experimental measurements and molecular dynamics simulations.
Fluid Phase Equilibria, 2020, 503, 112322. 1.4 10

7932 Molecular interlayer intercalation of ethanol-water mixture towards GO laminated membranes.
Separation and Purification Technology, 2020, 233, 116029. 3.9 15

7933 Wettability of striped patterned mono-and multilayer graphene supported on platinum. Applied
Surface Science, 2020, 500, 144002. 3.1 10

7934 Pressure-dependent electronic structure calculations using integral equation-based solvation
models. Biophysical Chemistry, 2020, 257, 106258. 1.5 14

7936 Novel Gear-like predictorâ€“corrector integration methods for molecular dynamics. Molecular
Physics, 2020, 118, e1674937. 0.8 3

7937 Shrinkage-expansion of a tri-isometric knitting from graphene ribbons at finite temperature. Materials
and Design, 2020, 185, 108269. 3.3 8



433

Citation Report

# Article IF Citations

7938 Combined immunodeficiency caused by a loss-of-function mutation in DNA polymerase delta 1. Journal
of Allergy and Clinical Immunology, 2020, 145, 391-401.e8. 1.5 28

7939 A Practical Methodology to Estimate the H<sub>2</sub> Storage Capacity of Pure and Binary Hydrates
Based on Monte Carlo Simulations. Journal of Chemical &amp; Engineering Data, 2020, 65, 1289-1299. 1.0 10

7940
Molecular dynamics of aqueous salt solutions in clay nanopores under the thermodynamic
conditions of hydraulic fracturing: Interplay between solution structure and molecular diffusion.
Fluid Phase Equilibria, 2020, 505, 112355.

1.4 5

7941 Can Nanoplastics Alter Cell Membranes?. ChemPhysChem, 2020, 21, 9-12. 1.0 74

7942 Effects of ionâ€“water Lennard-Jones potentials on the hydration dynamics around a monovalent
atomic ion in molecular dynamics simulations. Molecular Simulation, 2020, 46, 83-91. 0.9 1

7943 Protein Nanotechnology. Methods in Molecular Biology, 2020, , . 0.4 4

7944
Molecular level separation of crude oil/water emulsion on carbon nanotube surface induced by weak
interaction: a molecular dynamic simulation study. Journal of Dispersion Science and Technology,
2020, 41, 1991-2001.

1.3 4

7945
Break-up behavior of droplets containing chlorine salt with the same valence cation under electric
field via molecular dynamics simulation. Journal of Dispersion Science and Technology, 2020, 41,
2073-2081.

1.3 9

7946
Cyanine dyes with tail length asymmetry enhance photoselection: AÂ multiscale study on DiD probes in a
liquid disordered membrane. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2020, 224, 117329.

2.0 8

7947 Understanding the coalescence and non-coalescence of underwater oil droplets. Chemical Physics,
2020, 529, 110466. 0.9 7

7948 Mechanism of surface nanostructure changing wettability: A molecular dynamics simulation.
Computational Materials Science, 2020, 171, 109223. 1.4 53

7949 Structure and dynamics of Cs+ in kaolinite: Insights from molecular dynamics simulations.
Computational Materials Science, 2020, 171, 109256. 1.4 11

7950 The Effect of Small Organic Cosolutes on Water Structure and Dynamics. Journal of Chemical &amp;
Engineering Data, 2020, 65, 1197-1210. 1.0 17

7951 Microwave heating and non-thermal effects of sodium chloride aqueous solution. Molecular Physics,
2020, 118, e1662505. 0.8 10

7952 Molecular dynamics study of the behaviour of surfactant Triton X-100 in the extraction process of
Cd2+. Chemical Physics Letters, 2020, 739, 136920. 1.2 3

7953 The numerical modeling of the vapor bubble growth on the silicon substrate inside the flat plate heat
pipe. International Journal of Heat and Mass Transfer, 2020, 147, 118945. 2.5 9

7954 Molecular dynamics simulations of an engineered T4 lysozyme exclude helix to sheet transition, and
provide insights into long distance, intraâ€•protein switchable motion. Protein Science, 2020, 29, 542-554. 3.1 2

7955 Molecular simulation study of dielectric constants of pure fluids and mixtures. Fluid Phase
Equilibria, 2020, 506, 112393. 1.4 9



434

Citation Report

# Article IF Citations

7956 MDMS: Software Facilitating Performing Molecular Dynamics Simulations. Journal of Computational
Chemistry, 2020, 41, 266-271. 1.5 3

7957 Adsorption of ionic surfactants at the air-water interface: The gap between theory and experiment.
Advances in Colloid and Interface Science, 2020, 275, 102052. 7.0 26

7958 Thermal unwinding of PolyadenylicÂ·Polyuridylic acid complex with TMPyP4 porphyrin in aqueous
solutions. Journal of Molecular Structure, 2020, 1202, 127365. 1.8 2

7959
Pyridine-2,3-dicarboxylate, quinolinic acid, induces 1N4R Tau amyloid aggregation in vitro: Another
evidence for the detrimental effect of the inescapable endogenous neurotoxin. Chemico-Biological
Interactions, 2020, 315, 108884.

1.7 14

7960 Molecular insight into the oil charging mechanism in tight reservoirs. Chemical Engineering Science,
2020, 211, 115297. 1.9 15

7961 Moisture-induced crossover in the thermodynamic and mechanical response of hydrophilic
biopolymer. Cellulose, 2020, 27, 89-99. 2.4 13

7962 The role of water on the electronic transport in graphene nanogap devices designed for DNA
sequencing. Carbon, 2020, 158, 314-319. 5.4 17

7963 ReaxFF molecular dynamics simulations on the structure and dynamics of electrolyte water systems
at ambient temperature. Computational Materials Science, 2020, 172, 109349. 1.4 21

7964
Performance of Range Separated Density Functional in Solvent Continuum: Tuning Longâ€•range
Hartreeâ€“Fock Exchange for Improved Orbital Energies. Journal of Computational Chemistry, 2020, 41,
295-304.

1.5 8

7965 Parasites and Paragons: Ownership Reform and Concentrated Interest among Minority Shareholders.
Journal of Management Studies, 2020, 57, 129-162. 6.0 7

7966 Molecular simulation of equal density temperature in CCS under geological sequestration
conditions. , 2020, 10, 90-102. 4

7967 How the bending mechanics of setae modulate hydrodynamic sensing in copepods. Limnology and
Oceanography, 2020, 65, 749-761. 1.6 5

7968 Low salinity effect on the recovery of oil trapped by nanopores: A molecular dynamics study. Fuel,
2020, 261, 116443. 3.4 26

7969 Activity Coefficients and Solubility of CaCl<sub>2</sub> from Molecular Simulations. Journal of
Chemical &amp; Engineering Data, 2020, 65, 337-348. 1.0 13

7970 Origin of Unusually High Fluorescence Anisotropy of 3-Hydroxyflavone in Water: Formation of
Probeâ€“Solvent Cage-like Cluster. Journal of Physical Chemistry B, 2020, 124, 173-180. 1.2 10

7971 Hydration and aggregation of a simple amino acid: The case of glycine. Journal of Molecular Liquids,
2020, 301, 112407. 2.3 18

7972 Water distillation performance of carbon nanotube membrane: Non-equilibrium molecular dynamics
simulation. Desalination, 2020, 479, 114299. 4.0 9

7973
Integrated molecular docking, 3D QSAR and molecular dynamics simulation studies on indole
derivatives for designing new Pim-1 inhibitors. Journal of Receptor and Signal Transduction Research,
2020, 40, 1-14.

1.3 4



435

Citation Report

# Article IF Citations

7974 The effect of atomic point charges on adsorption isotherms of CO2 and water in metal organic
frameworks. Adsorption, 2020, 26, 663-685. 1.4 36

7975
Molecular insights into the microstructure of ethanol/water binary mixtures confined within typical
2D nanoslits: The role of the adsorbed layers induced by different solid surfaces. Fluid Phase
Equilibria, 2020, 509, 112452.

1.4 10

7976 Refolding Dynamics of gp41 from Pre-fusion to Pre-hairpin States during HIV-1 Entry. Journal of
Chemical Information and Modeling, 2020, 60, 162-174. 2.5 6

7977 Revisiting OPLS-AA Force Field for the Simulation of Anionic Surfactants in Concentrated Electrolyte
Solutions. Journal of Chemical Theory and Computation, 2020, 16, 1136-1145. 2.3 20

7978
Correlation between mobility and the hydrogen bonding network of water at an electrified-graphite
electrode using molecular dynamics simulation. Physical Chemistry Chemical Physics, 2020, 22,
1767-1773.

1.3 6

7979 Permselective ion electrosorption of subnanometer pores at high molar strength enables capacitive
deionization of saline water. Sustainable Energy and Fuels, 2020, 4, 1285-1295. 2.5 34

7980 Zeta Potential Determination from Molecular Simulations. Journal of Physical Chemistry C, 2020, 124,
3159-3170. 1.5 39

7981 Structural Basis of Teneurin-Latrophilin Interaction in Repulsive Guidance of Migrating Neurons.
Cell, 2020, 180, 323-339.e19. 13.5 91

7982 Solubility and solvation free energy of a cardiovascular drug, LASSBio-294, in ionic liquids: A
computational study. Journal of Molecular Liquids, 2020, 301, 112449. 2.3 32

7983 On the transferability of ion parameters to the TIP4P/2005 water model using molecular dynamics
simulations. Journal of Chemical Physics, 2020, 152, 024501. 1.2 43

7984 Mechanistic study of the ATP hydrolysis reaction in dynein motor protein. Physical Chemistry
Chemical Physics, 2020, 22, 1534-1542. 1.3 9

7985 Temperature-dependence of the dielectric relaxation of water using non-polarizable water models.
Physical Chemistry Chemical Physics, 2020, 22, 1011-1018. 1.3 29

7986 Molecular simulations of analyte partitioning and diffusion in liquid crystal sensors. Molecular
Systems Design and Engineering, 2020, 5, 304-316. 1.7 14

7987 Impact of the chemical structure on the distribution of neuroprotective N-alkyl-9H-carbazoles at
octanol/water interfaces. New Journal of Chemistry, 2020, 44, 1211-1220. 1.4 1

7988
The adsorption mechanisms of organic micropollutants on high-silica zeolites causing S-shaped
adsorption isotherms: An experimental and Monte Carlo simulation study. Chemical Engineering
Journal, 2020, 389, 123968.

6.6 49

7989 Migration of oil/methane mixture in shale inorganic nano-pore throat: A molecular dynamics
simulation study. Journal of Petroleum Science and Engineering, 2020, 187, 106784. 2.1 24

7990 Toward a Structural View of hERG Activation by the Small-Molecule Activator ICA-105574. Journal of
Chemical Information and Modeling, 2020, 60, 360-371. 2.5 12

7991 Single Particle Dynamics at the Liquidâ€“Liquid Interface. Molecular Dynamics Simulation Study of the
Water-CCl<sub>4</sub> System. Journal of Physical Chemistry C, 2020, 124, 2039-2049. 1.5 7



436

Citation Report

# Article IF Citations

7992 Effect of Mixed-Solvent Environments on the Selectivity of Acid-Catalyzed Dehydration Reactions. ACS
Catalysis, 2020, 10, 1679-1691. 5.5 45

7993 Pressure in rigid body molecular dynamics. Computational Materials Science, 2020, 173, 109430. 1.4 19

7994
Structure of the Interface between Lithium-Rich Spodumene and Saltwater by Density Functional
Theory Calculations and Molecular Dynamics Simulations. Journal of Physical Chemistry C, 2020, 124,
1446-1457.

1.5 16

7995 Solvation of Co2+ ion in 1-butyl-3-methylimidazolium bis(trifluoromethylsulfonyl)imide ionic liquid: A
molecular dynamics and X-ray absorption study. Journal of Molecular Liquids, 2020, 299, 112120. 2.3 24

7996 Features of self-organization of sodium dodecyl sulfate in water-ethanol solutions: Theory and
vibrational spectroscopy. Journal of Molecular Liquids, 2020, 298, 112053. 2.3 7

7997
Delineating the conformational dynamics of intermediate structures on the unfolding pathway of
Î²-lactoglobulin in aqueous urea and dimethyl sulfoxide. Journal of Biomolecular Structure and
Dynamics, 2020, 38, 5027-5036.

2.0 6

7998
Virtual screening to identify novel potential inhibitors for Glutamine synthetase of
<i>Mycobacterium tuberculosis</i>. Journal of Biomolecular Structure and Dynamics, 2020, 38,
5062-5080.

2.0 19

7999
Investigation of thermal properties of DNA structure with precise atomic arrangement via equilibrium
and non-equilibrium molecular dynamics approaches. Computer Methods and Programs in
Biomedicine, 2020, 185, 105169.

2.6 70

8000 Effect of cosolvents in the preferential binding affinity of water in aqueous solutions of amino acids
and amides. Journal of Molecular Liquids, 2020, 300, 112375. 2.3 8

8001 Aqueous hydroxyl group as the vibrational probe to access the hydrophobicity of amide derivatives.
Journal of Molecular Liquids, 2020, 301, 112395. 2.3 6

8002 The proteinâ€“water nuclear Overhauser effect (NOE) as an indirect microscope for molecular surface
mapping of interaction patterns. Physical Chemistry Chemical Physics, 2020, 22, 212-222. 1.3 6

8003 Shared hydrogen bonds: water in aluminated faujasite. Physical Chemistry Chemical Physics, 2020, 22,
1632-1639. 1.3 4

8004 The role of cations in uranyl nanocluster association: a molecular dynamics study. Physical
Chemistry Chemical Physics, 2020, 22, 1847-1854. 1.3 0

8005 Charge fluctuations from molecular simulations in the constant-potential ensemble. Physical
Chemistry Chemical Physics, 2020, 22, 10480-10489. 1.3 53

8006 Impact of glutamate carboxylation in the adsorption of the Î±-1 domain of osteocalcin to hydroxyapatite
and titania. Molecular Systems Design and Engineering, 2020, 5, 620-631. 1.7 8

8007 Unified memory in HOOMD-blue improves node-level strong scaling. Computational Materials Science,
2020, 173, 109359. 1.4 6

8008 On the spectral line width broadening for simulation of the two-photon absorption cross-section of
para-Nitroaniline in liquid environment. Journal of Molecular Liquids, 2020, 301, 112405. 2.3 7

8009 Mechanistic understanding of the adsorption of natural organic matter by heated aluminum oxide
particles (HAOPs) via molecular dynamics simulation. Journal of Membrane Science, 2020, 598, 117651. 4.1 14



437

Citation Report

# Article IF Citations

8010
Multilevel Quantum Mechanics and Molecular Mechanics Study of the Double-Inversion Mechanism at
Nitrogen: <i>F</i><sup>â€“</sup> + <i>NH</i><sub>2</sub><i>Cl</i> in Aqueous Solution. Journal of
Physical Chemistry A, 2020, 124, 141-147.

1.1 7

8011 The Lazy Life of Lipid-Linked Oligosaccharides in All Life Domains. Journal of Chemical Information and
Modeling, 2020, 60, 631-643. 2.5 4

8012
Iron Complex as a Water-Oxidizing Catalyst: Free-Energy Barriers, Proton-Coupled Electron Transfer,
Spin Dynamics, and Role of Water Molecules in the Reaction Mechanism. Journal of Physical Chemistry
C, 2020, 124, 205-218.

1.5 15

8013 Electrospun PVA-Dacarbazine nanofibers as a novel nano brain-implant for treatment of glioblastoma:
in silico and in vitro characterization. European Journal of Pharmaceutical Sciences, 2020, 143, 105183. 1.9 32

8014 Benchmarking Electronic Structure Methods for Accurate Fixed-Charge Electrostatic Models.
Journal of Chemical Information and Modeling, 2020, 60, 249-258. 2.5 12

8015 On the validity of the Stokesâ€“Einstein relation for various water force fields. Molecular Physics,
2020, 118, e1702729. 0.8 22

8016 Ionic mobilities of Na<sup>+</sup> and Cl<sup>âˆ’</sup> at 25Â°C as a function of Ewald sum parameter:
a comparative molecular dynamics simulation study. Molecular Simulation, 2020, 46, 262-270. 0.9 4

8017 Dynamics of urea-water mixtures studied by molecular dynamics simulation. Journal of Molecular
Liquids, 2020, 300, 112268. 2.3 14

8018 Determination of a Structural Ensemble Representing the Dynamics of a G-Quadruplex DNA.
Biochemistry, 2020, 59, 379-388. 1.2 3

8019
Calculation of the thermal conductivity of human serum albumin (HSA) with
equilibrium/non-equilibrium molecular dynamics approaches. Computer Methods and Programs in
Biomedicine, 2020, 188, 105256.

2.6 42

8020 Transformation of hydrogen bond network during CO2 clathrate hydrate dissociation. Applied
Surface Science, 2020, 499, 143644. 3.1 10

8021 Molecular insights in the temperature effect on adsorption of cationic surfactants at liquid/liquid
interfaces. Journal of Molecular Liquids, 2020, 299, 112104. 2.3 29

8022 Molecular dynamics simulations of the conformation and diffusion of partially hydrolyzed
polyacrylamide in highly saline solutions. Chemical Engineering Science, 2020, 214, 115366. 1.9 22

8023
Hydration behavior of protic ionic pair of methyl ammonium formate: A comparative molecular
dynamics simulation study with their conjugate neutral forms. Computational and Theoretical
Chemistry, 2020, 1172, 112663.

1.1 3

8024 Do Molecular Dynamics Force Fields Capture Conformational Dynamics of Alanine in Water?. Journal
of Chemical Theory and Computation, 2020, 16, 510-527. 2.3 22

8025 Molecular dynamics simulation and theoretical study on heat capacities of supercritical H2O/CO2
mixtures. Journal of Molecular Liquids, 2020, 299, 112133. 2.3 22

8026
A molecular dynamics simulation study to investigate poly(vinyl acetate)-poly(dimethyl siloxane) based
easy-clean coating: An insight into the surface behavior and substrate interaction. Journal of
Molecular Structure, 2020, 1202, 127342.

1.8 38

8027 Improved Cation Binding to Lipid Bilayers with Negatively Charged POPS by Effective Inclusion of
Electronic Polarization. Journal of Chemical Theory and Computation, 2020, 16, 738-748. 2.3 28



438

Citation Report

# Article IF Citations

8028
Alteration of the groove width of DNA induced by the multimodal hydrogen bonding of denaturants
with DNA bases in its grooves affects their stability. Biochimica Et Biophysica Acta - General Subjects,
2020, 1864, 129498.

1.1 8

8029
Non-zero Lennard-Jones parameters for the Toukanâ€“Rahman water model: more accurate calculations
of the solvation free energy of organic substances. Journal of Computer-Aided Molecular Design,
2020, 34, 437-441.

1.3 11

8030
Casein-Derived Peptides with Antihypertensive Potential: Production, Identification and Assessment of
Complex Formation with Angiotensin I-Converting Enzyme (ACE) through Molecular Docking Studies.
Food Biophysics, 2020, 15, 162-172.

1.4 7

8031 Effect of iron doping on the hydrophobicity of titanium dioxide film: experiment and simulation.
Molecular Physics, 2020, 118, e1696477. 0.8 0

8032 Solvatochromism of new substituted 4-[(E)-(4-nitrophenyl)diazenyl]phenolate dyes. Journal of
Molecular Liquids, 2020, 301, 112330. 2.3 7

8033 Computed Atomic Force Microscopy Images of Chromosomes by Calculating Forces with Oscillating
Probes. Journal of Physical Chemistry C, 2020, 124, 2213-2218. 1.5 4

8034 Phase Behavior of Two-Dimensional Water Confined in Graphene Nanocapillaries. Springer Theses,
2020, , . 0.0 0

8035 Water flow inside various geometric nano-confinement channels. Physical Chemistry Chemical
Physics, 2020, 22, 24633-24639. 1.3 6

8036 Molecular dynamics study of the nanoscale boiling heat transfer process on nanostructured
surfaces. International Communications in Heat and Mass Transfer, 2020, 119, 104963. 2.9 32

8037 Hydration of two artificial sweeteners: Possible relevance for their taste. Journal of Molecular
Liquids, 2020, 320, 114398. 2.3 4

8038 From Ionic Surfactants to Nafion through Convolutional Neural Networks. Journal of Physical
Chemistry B, 2020, 124, 8918-8927. 1.2 7

8039 Ionic conductance and viscous drag in water-in-salt electrolytes for lithium and sodium ion batteries
and supercapacitors. Materials Today Communications, 2020, 25, 101588. 0.9 18

8040
Self-Assembly of Silica Nanoparticles at Waterâ€“Hydrocarbon Interfaces: Insights from <i>In
Operando</i> Small-Angle X-ray Scattering Measurements and Molecular Dynamics Simulations.
Energy &amp; Fuels, 2020, 34, 12545-12555.

2.5 11

8041 Coupling effects in electromechanical ion transport in graphene nanochannels. Physical Review E,
2020, 102, 033112. 0.8 10

8042 The prefusion structure of herpes simplex virus glycoprotein B. Science Advances, 2020, 6, . 4.7 50

8043 Thermosensitive Hydration of Four Acrylamide-Based Polymers in Coil and Globule Conformations.
Journal of Physical Chemistry B, 2020, 124, 9745-9756. 1.2 10

8044 High-Pressure Infiltrationâ€“Expulsion of Aqueous NaCl in Planar Hydrophobic Nanopores. Journal of
Physical Chemistry C, 2020, 124, 23433-23445. 1.5 3

8045 Understanding the effect of H<sub>2</sub>O on CO<sub>2</sub> adsorption capture: mechanism
explanation, quantitative approach and application. Sustainable Energy and Fuels, 2020, 4, 5970-5986. 2.5 20



439

Citation Report

# Article IF Citations

8046 Investigating the validity of Schrage relationships for water using molecular dynamics simulations.
Journal of Chemical Physics, 2020, 153, 124505. 1.2 21

8047 Extended interaction networks with HCV protease NS3-4A substrates explain the lack of adaptive
capability against protease inhibitors. Journal of Biological Chemistry, 2020, 295, 13862-13874. 1.6 10

8048 Differing preferential ion binding to the peptide bond in ionic environment from classical and first
principles molecular dynamics simulations. Journal of Molecular Liquids, 2020, 318, 114257. 2.3 1

8049 Are all-atom any better than united-atom force fields for the description of liquid properties of
alkanes?. Journal of Molecular Modeling, 2020, 26, 296. 0.8 21

8050 Binding of divalent cations to acetate: molecular simulations guided by Raman spectroscopy. Physical
Chemistry Chemical Physics, 2020, 22, 24014-24027. 1.3 28

8051 Steady moving contact line of water over a no-slip substrate. European Physical Journal: Special
Topics, 2020, 229, 1897-1921. 1.2 19

8052 Coupling transport of water and ions through a carbon nanotube: A novel desalination phenomenon
induced by tuning the pressure direction. Desalination, 2020, 492, 114656. 4.0 12

8053 Gas-Induced Drying of Nanopores. Journal of Physical Chemistry Letters, 2020, 11, 9171-9177. 2.1 18

8054 Molecular Investigation of Contact Line Movement in Electrowetted Nanodroplets. Langmuir, 2020,
36, 12580-12589. 1.6 12

8055 Electrical Conductivity of Molten Salts and Ionic Conduction in Electrolyte Solutions. , 2020, , . 0

8056
Molecular Dynamics Studies on the Effect of Surface Roughness and Surface Tension on the
Thermodynamics and Dynamics of Hydronium Ion Transfer Across the Liquid/Liquid Interface. Journal
of Physical Chemistry B, 2020, 124, 8711-8718.

1.2 4

8057 Molecular View into the Cyclodextrin Cavity: Structure and Hydration. ACS Omega, 2020, 5,
25655-25667. 1.6 74

8058
Signatures of a liquidâ€“liquid transition in an ab initio deep neural network model for water.
Proceedings of the National Academy of Sciences of the United States of America, 2020, 117,
26040-26046.

3.3 112

8059
Solvation Thermodynamics in Different Solvents: Waterâ€“Chloroform Partition Coefficients from
Grid Inhomogeneous Solvation Theory. Journal of Chemical Information and Modeling, 2020, 60,
3843-3853.

2.5 11

8060
Targeting virusâ€“host interaction by novel pyrimidine derivative: an<i>in silico</i>approach towards
discovery of potential drug against COVID-19. Journal of Biomolecular Structure and Dynamics, 2021,
39, 5768-5778.

2.0 31

8061 Self-assembly of Alanine-Isoleucine and Isoleucine-Isoleucine Dipeptides through Atomistic
Simulations and Experiments. Journal of Physical Chemistry B, 2020, 124, 7102-7114. 1.2 9

8062 Simulation of Liquids with the Tight-Binding Density-Functional Approach and Improved Atomic
Charges. Journal of Physical Chemistry B, 2020, 124, 7421-7432. 1.2 4

8063 Myelin Basic Protein Phospholipid Complexation Likely Competes with Deimination in Experimental
Autoimmune Encephalomyelitis Mouse Model. ACS Omega, 2020, 5, 15454-15467. 1.6 7



440

Citation Report

# Article IF Citations

8064 Effect of an Electric Field on Surface Properties of Hydrophobic Particles during a Flotation Process
in Salt Water. Langmuir, 2020, 36, 8922-8928. 1.6 4

8065 Solubility of water in perfluoroalkylalkanes surfactants: Evidence of specific interaction between
water and the surfactant molecule. Fluid Phase Equilibria, 2020, 522, 112754. 1.4 4

8066 Coupling between clay swelling/collapse and cationic partition. Geochimica Et Cosmochimica Acta,
2020, 285, 78-99. 1.6 29

8067 Combined experimental and computational studies on corrosion inhibition of Houttuynia cordata
leaf extract for steel in HCl medium. Journal of Molecular Liquids, 2020, 315, 113787. 2.3 32

8068 Sequential pore wall functionalization in covalent organic frameworks and application to stable
camptothecin delivery systems. Materials Science and Engineering C, 2020, 117, 111263. 3.8 15

8069 Adsorption and Diffusion of Carbon Dioxide, Methane, and Their Mixture in Carbon Nanotubes in the
Presence of Water. Journal of Physical Chemistry C, 2020, 124, 16478-16487. 1.5 40

8070 Conformational Free-Energy Landscapes of Alanine Dipeptide in Hydrated Ionic Liquids from Enhanced
Sampling Methods. Journal of Physical Chemistry B, 2020, 124, 6728-6737. 1.2 5

8071 Insights into the Assembly of the Pseudogemini Surfactant at the Oil/Water Interface: A Molecular
Simulation Study. Langmuir, 2020, 36, 1839-1847. 1.6 20

8072 Electric Field Induced Wetting of a Hydrophobic Gate in a Model Nanopore Based on the
5-HT<sub>3</sub> Receptor Channel. ACS Nano, 2020, 14, 10480-10491. 7.3 30

8073 Molecular dynamics study of the removal mechanism of SiC in a fixed abrasive polishing in water
lubrication. Ceramics International, 2020, 46, 24961-24974. 2.3 25

8074
Assessing the structure and first hyperpolarizability of Li@B<sub>10</sub>H<sub>14</sub> in
solution: a sequential QM/MM study using the ASECâ€“FEG method. Physical Chemistry Chemical Physics,
2020, 22, 17314-17324.

1.3 8

8075 Water flow enhancement in amorphous silica nanochannels coated with monolayer graphene. MRS
Communications, 2020, 10, 428-433. 0.8 5

8076 Emulsification of Surfactant on Oil Droplets by Molecular Dynamics Simulation. Molecules, 2020, 25,
3008. 1.7 16

8077 Modeling Adsorption in Silica Pores via Minkowski Functionals and Molecular Electrostatic
Moments. Energies, 2020, 13, 5976. 1.6 2

8078
Solvent-mediated dynamics and stretching profile of amide modes: QM/MM simulations of
N-methylacetamide in ionic and various molecular liquids. Journal of Molecular Liquids, 2020, 317,
114202.

2.3 3

8079 Protein Denaturation, Zero Entropy Temperature, and the Structure of Water around Hydrophobic
and Amphiphilic Solutes. Journal of Physical Chemistry B, 2020, 124, 10994-11006. 1.2 8

8080 Ion-Specific Adsorption on Bare Gold (Au) Nanoparticles in Aqueous Solutions: Double-Layer
Structure and Surface Potentials. Langmuir, 2020, 36, 13457-13468. 1.6 15

8081 Conformational dynamics of aqueous hydrogen peroxide from first principles molecular dynamics
simulations. Physical Chemistry Chemical Physics, 2020, 22, 28286-28296. 1.3 9



441

Citation Report

# Article IF Citations

8082 Effect of temperature on the coupling transport of water and ions through a carbon nanotube in an
electric field. Journal of Chemical Physics, 2020, 153, 184503. 1.2 24

8083
Molecular dynamics performance for coronavirus simulation by C, N, O, and S atoms implementation
dreiding force field: drug delivery atomic interaction in contact with metallic Fe, Al, and steel.
Computational Particle Mechanics, 2021, 8, 737-749.

1.5 11

8084 UUCG RNA Tetraloop as a Formidable Force-Field Challenge for MD Simulations. Journal of Chemical
Theory and Computation, 2020, 16, 7601-7617. 2.3 29

8085 Viscosity and Structure of Water and Ethanol within GO Nanochannels: A Molecular Simulation
Study. Journal of Physical Chemistry B, 2020, 124, 10961-10970. 1.2 7

8086
Molecular simulation of osmometry in aqueous solutions of the BMIMCl ionic liquid: a potential
route to force field parameterization of liquid mixtures. Physical Chemistry Chemical Physics, 2020,
22, 28325-28338.

1.3 3

8087
Aqueous solutions of binary ionic liquids: insight into structure, dynamics, and interface properties
by molecular dynamics simulations and DFT methods. Physical Chemistry Chemical Physics, 2020, 22,
27882-27895.

1.3 8

8088 Absolute ion hydration free energy scale and the surface potential of water via quantum simulation.
Proceedings of the National Academy of Sciences of the United States of America, 2020, 117, 30151-30158. 3.3 14

8089
Conformational and intermolecular structure of stereoregular isomers of poly(acrylic acid) (PAA)
and Na<sup>+</sup>-poly(acrylate) polyelectrolyte (Na<sup>+</sup>-PAA) in dilute aqueous solution:
a molecular dynamics simulation study. Molecular Simulation, 2020, 46, 1483-1499.

0.9 4

8090 Taming the thermodiffusion of alkali halide solutions in silica nanopores. Nanoscale, 2020, 12,
23626-23635. 2.8 4

8091 Molecular dynamics simulation perception study of the binding affinity performance for main
protease of SARS-CoV-2. Journal of Biomolecular Structure and Dynamics, 2022, 40, 2444-2459. 2.0 17

8092 Molecular Dynamics Simulation Study of N<sub>2</sub>/CO<sub>2</sub> Displacement Process of
Methane Hydrate. ChemistrySelect, 2020, 5, 13936-13950. 0.7 5

8093 On the chemiluminescence emission of luminol: protic and aprotic solvents and encapsulation to
improve the properties in aqueous solution. Physical Chemistry Chemical Physics, 2020, 22, 27617-27625. 1.3 6

8094 Fast predictions of liquid-phase acid-catalyzed reaction rates using molecular dynamics simulations
and convolutional neural networks. Chemical Science, 2020, 11, 12464-12476. 3.7 24

8095 The role of polarizability in the interfacial thermal conductance at the goldâ€“water interface. Journal
of Chemical Physics, 2020, 153, 204703. 1.2 6

8096 Elusive Coordination of the Ag<sup>+</sup> Ion in Aqueous Solution: Evidence for a Linear
Structure. Inorganic Chemistry, 2020, 59, 17291-17302. 1.9 25

8097 Integrated Leaching and Separation of Metals Using Mixtures of Organic Acids and Ionic Liquids.
Molecules, 2020, 25, 5570. 1.7 8

8098 The â€œHoleâ€• Story in Ionized Water from the Perspective of Ehrenfest Dynamics. Journal of Physical
Chemistry Letters, 2020, 11, 9946-9951. 2.1 8

8099 Liquid water contains the building blocks of diverse ice phases. Nature Communications, 2020, 11, 5757. 5.8 50



442

Citation Report

# Article IF Citations

8100 Unveiling the local structure of 2-mercaptobenzothiazole intercalated in (Zn2Al) layered double
hydroxides. Applied Clay Science, 2020, 198, 105842. 2.6 5

8101 Langmuir Films of Perfluorinated Fatty Alcohols: Evidence of Spontaneous Formation of Solid
Aggregates at Zero Surface Pressure and Very Low Surface Density. Nanomaterials, 2020, 10, 2257. 1.9 5

8102 Entropy in Molecular Fluids: Interplay between Interaction Complexity and Criticality. Journal of
Physical Chemistry B, 2020, 124, 11463-11471. 1.2 2

8103
<i>In vitro</i>and<i>in silico</i>evaluation of<i>N</i>-(alkyl/aryl)-2-chloro-4-nitro-5-
[(4-nitrophenyl)sulfamoyl]benzamide derivatives for antidiabetic potential using docking and
molecular dynamic simulations. Journal of Biomolecular Structure and Dynamics, 2022, 40, 4140-4163.

2.0 7

8104 Molecular Dynamics Simulation of CO2 Diffusion in a Carbonated Waterâ€“Decane System. Energies,
2020, 13, 6031. 1.6 3

8105 Tuning the Performance of Aqueous Organic Redox Flow Batteries via First-Principles Calculations.
Journal of Physical Chemistry Letters, 2020, 11, 10433-10438. 2.1 11

8106
Experimental and Molecular Dynamics Simulation Study on the Primary Nucleation of Penicillamine
Racemate and Its Enantiomers in the Mixture Solvent of Water and Ethanol. Industrial &amp;
Engineering Chemistry Research, 2020, 59, 21957-21968.

1.8 13

8107 Bulk ionic screening lengths from extremely large-scale molecular dynamics simulations. Chemical
Communications, 2020, 56, 15635-15638. 2.2 30

8108 Interfacial and bulk properties of concentrated solutions of ammonium nitrate. Physical Chemistry
Chemical Physics, 2020, 22, 27698-27712. 1.3 9

8109 Caffeine Adsorption on Natural and Synthetic Smectite Clays: Adsorption Mechanism and Effect of
Interlayer Cation Valence. Journal of Physical Chemistry C, 2020, 124, 25369-25381. 1.5 9

8110 Water-free Localization of Anion at Anode for Small-Concentration Water-in-Salt Electrolytes
Confined in Boron-Nitride Nanotube. Cell Reports Physical Science, 2020, 1, 100246. 2.8 4

8111 Molecular Sizes and Antibacterial Performance Relationships of Flexible Ionic Liquid Derivatives.
Journal of the American Chemical Society, 2020, 142, 20257-20269. 6.6 128

8112 Adding salt to expand voltage window of humid ionic liquids. Nature Communications, 2020, 11, 5809. 5.8 60

8113 Theoretical insights into the effect of size and substitution patterns of azobenzene derivatives on the
DNA G-quadruplex. Physical Chemistry Chemical Physics, 2020, 22, 26944-26954. 1.3 8

8114 Development and simulation of fully glycosylated molecular models of ACE2-Fc fusion proteins and
their interaction with the SARS-CoV-2 spike protein binding domain. PLoS ONE, 2020, 15, e0237295. 1.1 36

8115
The effects of mutation and modification on the structure and stability of human lysozyme: A
molecular link between carbamylation and atherosclerosis. Journal of Molecular Graphics and
Modelling, 2020, 100, 107703.

1.3 6

8116 Synergistic effects of Janus graphene oxide and surfactants on the heavy oil/water interfacial tension
and their application to enhance heavy oil recovery. Journal of Molecular Liquids, 2020, 314, 113791. 2.3 43

8117 A nature-inspired hydrogen-bonded supramolecular complex for selective copper ion removal from
water. Nature Communications, 2020, 11, 3947. 5.8 86



443

Citation Report

# Article IF Citations

8118 Towards Aqueous â€“ Fluorous â€“ Hydrogenous emulsions: Phase equilibria and liquid structure of
(waterÂ + 1H,1H-PerfluorobutanolÂ + 1-butanol) ternary mixture. Fluid Phase Equilibria, 2020, 522, 112737. 1.4 7

8119 Heat capacity effects associated with urea and tetramethylurea hydration: insight from computer
simulation. Mendeleev Communications, 2020, 30, 522-524. 0.6 1

8120 Ion-induced free energy landscapes of AÎ²33â€“42 peptide dimer in wet ionic liquids. Journal of Molecular
Liquids, 2020, 318, 114026. 2.3 4

8121
Nano-scale simulation of oil-water-nanosilica-rock system: Wettability and rheological properties
alteration using charged nanoparticles. Journal of Petroleum Science and Engineering, 2020, 195,
107724.

2.1 4

8122 Temperature dependence of nuclear quantum effects on liquid water via artificial neural network
model based on SCAN meta-GGA functional. Journal of Chemical Physics, 2020, 153, 044114. 1.2 22

8123
A polarizable molecular dynamics method for electrodeâ€“electrolyte interfacial electron transfer
under the constant chemical-potential-difference condition on the electrode electrons. Journal of
Chemical Physics, 2020, 153, 054126.

1.2 10

8124 Unifying the Contrasting Mechanisms of Protein-Stabilizing Osmolytes. Journal of Physical Chemistry
B, 2020, 124, 6565-6574. 1.2 26

8125
Light molecules inside the nanocavities of fullerenes and clathrate hydrates: inelastic neutron
scattering spectra and the unexpected selection rule from rigorous quantum simulations.
International Reviews in Physical Chemistry, 2020, 39, 425-463.

0.9 10

8126 Out-of-plane permittivity of confined water. Physical Review E, 2020, 102, 022803. 0.8 35

8128 The Electric Field and Microchannel Type Effects on H2O/Fe3O4 Nanofluid Boiling Process: Molecular
Dynamics Study. International Journal of Thermophysics, 2020, 41, 1. 1.0 23

8129 Velocity jump processes: An alternative to multi-timestep methods for faster and accurate molecular
dynamics simulations. Journal of Chemical Physics, 2020, 153, 024101. 1.2 7

8130
Identification of potential modulator of <i>Anopheles gambiae</i> odorant binding protein 1 by
hierarchical virtual screening and molecular dynamics. Journal of Biomolecular Structure and
Dynamics, 2021, 39, 6031-6043.

2.0 5

8131 Ion Transport in Electrically Imperfect Nanopores. ACS Nano, 2020, 14, 10518-10526. 7.3 33

8132 Temperature-dependent structure of methanol-water mixtures on cooling: X-ray and neutron
diffraction and molecular dynamics simulations. Journal of Molecular Liquids, 2020, 314, 113664. 2.3 18

8133 Supercritical CO<sub>2</sub> Effects on Calcite Wettability: A Molecular Perspective. Journal of
Physical Chemistry C, 2020, 124, 18532-18543. 1.5 19

8134 An immune receptor complex evolved in soybean to perceive a polymorphic bacterial flagellin. Nature
Communications, 2020, 11, 3763. 5.8 48

8136 Mesoscale model of the synthesis of periodic mesoporous benzene-silica. Journal of Molecular
Liquids, 2020, 316, 113861. 2.3 3

8137 Characterizing Polymer Hydration Shell Compressibilities with the Small-System Method.
Nanomaterials, 2020, 10, 1460. 1.9 7



444

Citation Report

# Article IF Citations

8138
Two-Dimensional Infrared Spectroscopy of Aqueous Solutions of Metal Nitrates: Slowdown of
Spectral Diffusion in the Presence of Divalent Cations. Journal of Physical Chemistry B, 2020, 124,
7391-7404.

1.2 7

8139 Solvation Dynamics in Water. 4. On the Initial Regime of Solvation Relaxation. Journal of Physical
Chemistry B, 2020, 124, 7668-7681. 1.2 8

8140 Prediction of Mycobacterium tuberculosis pyrazinamidase function based on structural stability,
physicochemical and geometrical descriptors. PLoS ONE, 2020, 15, e0235643. 1.1 0

8141 Microscopic Pressure Tensor in Cylindrical Geometry: Pressure of Water in a Carbon Nanotube.
Journal of Chemical Theory and Computation, 2020, 16, 5548-5561. 2.3 14

8142
Are There Magic Compositions in Deep Eutectic Solvents? Effects of Composition and Water Content
in Choline Chloride/Ethylene Glycol from Ab Initio Molecular Dynamics. Journal of Physical Chemistry
B, 2020, 124, 7433-7443.

1.2 94

8143 Molecular interactions of praziquantel drug with nanosurfaces of sepiolite and montmorillonite.
Applied Clay Science, 2020, 197, 105774. 2.6 3

8144
Carrot-based covalently bonded saccharides as a new 2D material for healing defective
calcium-silicate-hydrate in cement: Integrating atomistic computational simulation with experimental
studies. Composites Part B: Engineering, 2020, 199, 108235.

5.9 19

8145 Prediction of thermodynamic properties of organic mixtures: Combining molecular simulations with
classical thermodynamics. Fluid Phase Equilibria, 2020, 523, 112759. 1.4 7

8146
Fluorescence and quantum mechanical approach on the interaction of amides and their role on the
stability and coexistence of the rotamer conformations of L-tryptophan in aqueous solution.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2020, 243, 118791.

2.0 2

8147 Insight into the pressure-induced displacement mechanism for selecting efficient nanofluids in
various capillaries. Environmental Science: Nano, 2020, 7, 2785-2794. 2.2 11

8148 Small crowder interactions can drive hydrophobic polymer collapse as well as unfolding. Physical
Chemistry Chemical Physics, 2020, 22, 18091-18101. 1.3 7

8149 Dielectric response with short-ranged electrostatics. Proceedings of the National Academy of
Sciences of the United States of America, 2020, 117, 19746-19752. 3.3 15

8150 Chemosensing Test Paper Based on Aggregated Nanoparticles of a Barbituric Acid Derivative. Journal
of Nanomaterials, 2020, 2020, 1-9. 1.5 3

8151 Influence of Gravity on the Sliding Angle of Water Drops on Nanopillared Superhydrophobic
Surfaces. Langmuir, 2020, 36, 9916-9925. 1.6 11

8152 Destabilization potential of phenolics on AÎ² fibrils: mechanistic insights from molecular dynamics
simulation. Physical Chemistry Chemical Physics, 2020, 22, 19643-19658. 1.3 25

8153
All-atom molecular dynamics simulations of weak polyionic brushes: influence of charge density on
the properties of polyelectrolyte chains, brush-supported counterions, and water molecules. Soft
Matter, 2020, 16, 7808-7822.

1.2 12

8154 Ion Coordination and Chelation in a Glycolated Polymer Semiconductor: Molecular Dynamics and
X-ray Fluorescence Study. Chemistry of Materials, 2020, 32, 7301-7308. 3.2 21

8155
Ligand Pose Predictions for Human G Protein-Coupled Receptors: Insights from the Amber-Based
Hybrid Molecular Mechanics/Coarse-Grained Approach. Journal of Chemical Information and
Modeling, 2020, 60, 5103-5116.

2.5 9



445

Citation Report

# Article IF Citations

8156 Conformational dynamics of superoxide dismutase (SOD1) in osmolytes: a molecular dynamics
simulation study. RSC Advances, 2020, 10, 27598-27614. 1.7 19

8157 A multi-scale modeling and simulation study to investigate the effect of roughness of a surface on its
self-cleaning performance. Molecular Systems Design and Engineering, 2020, 5, 1277-1289. 1.7 30

8158 Thermal transport enhancement of hybrid nanocomposites; impact of confined water inside
nanoporous silicon. Applied Physics Letters, 2020, 117, . 1.5 12

8159 Tuning water reduction through controlled nanoconfinement within an organic liquid matrix.
Nature Catalysis, 2020, 3, 656-663. 16.1 91

8160 Molecular aspects of glycine clustering and phase separation in an aqueous solution during
anti-solvent crystallization. CrystEngComm, 2020, 22, 5182-5190. 1.3 7

8161 Balance of Solvent and Chain Interactions Determines the Local Stress State of Simulated Membranes.
Journal of Physical Chemistry B, 2020, 124, 6963-6971. 1.2 3

8162 Self-Assembly of Peptide Chiral Nanostructures with Sequence-Encoded Enantioseparation Capability.
Langmuir, 2020, 36, 10361-10370. 1.6 7

8163 Ionic Liquids as Extractants for Nanoplastics. ChemSusChem, 2020, 13, 5449-5459. 3.6 15

8164
Synthesis, molecular docking and molecular dynamic simulation studies of
2-chloro-5-[(4-chlorophenyl)sulfamoyl]-N-(alkyl/aryl)-4-nitrobenzamide derivatives as antidiabetic
agents. BMC Chemistry, 2020, 14, 49.

1.6 8

8165 Theoretical spectroscopy of isotopically dilute water and hydrophobicity. Journal of Chemical
Physics, 2020, 153, 094501. 1.2 4

8166 Polyacrylamide in glycerol solutions from an atomistic perspective of the energetics, structure, and
dynamics. AIP Advances, 2020, 10, . 0.6 4

8167 Role of local order in anomalous ion diffusion: Interrogation through tetrahedral entropy of
aqueous solvation shells. Journal of Chemical Physics, 2020, 153, 154505. 1.2 8

8168
Cracking a cancer code histone deacetylation in epigenetic: the implication from molecular dynamics
simulations on efficacy assessment of histone deacetylase inhibitors. Journal of Biomolecular
Structure and Dynamics, 2022, 40, 2352-2368.

2.0 11

8169 Selective adsorption of monovalent cations in porous electrodes. Physical Chemistry Chemical
Physics, 2020, 22, 25184-25194. 1.3 7

8170 Using coarse-grained molecular dynamics to rationalize biomolecule solubilization mechanisms in
ionic liquid-based colloidal systems. Physical Chemistry Chemical Physics, 2020, 22, 24771-24783. 1.3 9

8171 Aqueous solution of betaine: Hydration and aggregation. Journal of Molecular Liquids, 2020, 318,
114253. 2.3 15

8172 Time-Resolved Fluorescence and Essential Dynamics Study on the Structural Heterogeneity of p53DBD
Bound to the Anticancer p28 Peptide. Journal of Physical Chemistry B, 2020, 124, 9820-9828. 1.2 3

8173 Investigation of the Effect of a Single-Stranded Break on the Mechanical Parameters of DNA by
Molecular Dynamics Method. Moscow University Biological Sciences Bulletin, 2020, 75, 136-141. 0.1 0



446

Citation Report

# Article IF Citations

8174 Molecular simulation of double layer expansion mechanism during low-salinity waterflooding.
Journal of Molecular Liquids, 2020, 318, 114079. 2.3 13

8175
Hydrogenâ€•Bond Structure and Lowâ€•Frequency Dynamics of Electrolyte Solutions: Hydration Numbers
from ab Initio Water Reorientation Dynamics and Dielectric Relaxation Spectroscopy. ChemPhysChem,
2020, 21, 2334-2346.

1.0 20

8176 The physisorption mechanism of SO<sub>2</sub> on graphitized carbon. Physical Chemistry Chemical
Physics, 2020, 22, 21463-21473. 1.3 13

8177 Flip-flop asymmetry of cholesterol in model membranes induced by thermal gradients. Soft Matter,
2020, 16, 5925-5932. 1.2 4

8178 Reversible Switching of Charge Transfer at the Grapheneâ€“Mica Interface with Intercalating
Molecules. ACS Nano, 2020, 14, 11594-11604. 7.3 7

8179 An Extended Benchmark of Density Functionals for Calculating the Standard Reduction Potentials of
Vanadium Compounds. Russian Journal of Physical Chemistry A, 2020, 94, 1616-1622. 0.1 2

8180 Water-Assisted Increase of Ionic Conductivity of Lithium Poly(acrylic acid)-Based Aqueous Polymer
Electrolyte. ACS Applied Energy Materials, 2020, 3, 10119-10130. 2.5 19

8181
Ion and water transport reasonably involves rotation and pseudorotation: measurement and
modeling the temperature dependence of small-angle neutron scattering from aqueous SrI2. Physical
Chemistry Chemical Physics, 2020, 22, 13479-13488.

1.3 1

8182 The study of atomic porosity effect on water/Fe nanofluid flow in a microchannel with a molecular
dynamics method. Journal of Molecular Liquids, 2020, 317, 114291. 2.3 22

8183 DNA minor-groove binder Hoechst 33258 destabilizes base-pairing adjacent to its binding site.
Communications Biology, 2020, 3, 525. 2.0 25

8184 Nearest-neighbor amino acids of specificity-determining residues influence the activity of engineered
Cre-type recombinases. Scientific Reports, 2020, 10, 13985. 1.6 6

8185 SerraNA: a program to determine nucleic acids elasticity from simulation data. Physical Chemistry
Chemical Physics, 2020, 22, 19254-19266. 1.3 26

8186
A review of molecular dynamics simulations in the designing of effective shale inhibitors: application
for drilling with water-based drillingÂ fluids. Journal of Petroleum Exploration and Production, 2020,
10, 3515-3532.

1.2 19

8187 Water in Nanopores and Biological Channels: A Molecular Simulation Perspective. Chemical Reviews,
2020, 120, 10298-10335. 23.0 121

8188 On the Correlation between Pair Hydrophobicity and Mixing Enthalpies in Waterâ€“Alcohol Binary
Mixtures. Journal of Physical Chemistry B, 2020, 124, 8023-8031. 1.2 7

8189 Giant Effect of Negative Compressibility in a Waterâ€“Porous Metalâ€“CO<sub>2</sub> System for
Sensing Applications. ACS Applied Materials &amp; Interfaces, 2020, 12, 39756-39763. 4.0 5

8190 Atomic structure causing an obvious difference in thermal conductance at the Pdâ€“H<sub>2</sub>O
interface: a molecular dynamics simulation. Nanoscale, 2020, 12, 17870-17879. 2.8 27

8191 How Does the Guestâ€”Host Hydrogen Bonding Affect the Thermal Properties of Clathrate Hydrates?.
Journal of Structural Chemistry, 2020, 61, 354-365. 0.3 1



447

Citation Report

# Article IF Citations

8192 Spreading Dynamics of Water Droplets on a Completely Wetting Surface. Journal of Physical
Chemistry C, 2020, 124, 20109-20115. 1.5 8

8193 Activation energies and the extended jump model: How temperature affects reorientation and
hydrogen-bond exchange dynamics in water. Journal of Chemical Physics, 2020, 153, 074110. 1.2 14

8194 Conformational dynamics of amyloid-Î² (16â€“22) peptide in aqueous ionic liquids. RSC Advances, 2020, 10,
33248-33260. 1.7 5

8195 Dielectric constant of supercritical water in a large pressureâ€“temperature range. Journal of
Chemical Physics, 2020, 153, 101103. 1.2 14

8196 Probing conformational transitions towards mutagenic Watsonâ€“Crick-like GÂ·T mismatches using
off-resonance sugar carbon R1Ï• relaxation dispersion. Journal of Biomolecular NMR, 2020, 74, 457-471. 1.6 15

8197 Morphing of Amphipathic Helices to Explore the Activity and Selectivity of Membranolytic
Antimicrobial Peptides. Biochemistry, 2020, 59, 3772-3781. 1.2 4

8198 Rational Design of a User-Friendly Aptamer/Peptide-Based Device for the Detection of Staphylococcus
aureus. Sensors, 2020, 20, 4977. 2.1 7

8199 Interfacial Properties of Water on Hydrogenated and Fluorinated Graphene Surfaces: Parametrization
of Nonbonded Interactions. Journal of Physical Chemistry C, 2020, 124, 21467-21475. 1.5 16

8200 Molecular-Scale Solvation Structures of Ionic Liquids on a Heterogeneously Charged Surface.
Journal of Physical Chemistry Letters, 2020, 11, 8094-8099. 2.1 5

8201
Combined DFT and MD simulation studies of protein stability on imidazoliumâ€“water
(ImH<sup>+</sup>W<sub>n</sub>) clusters with aromatic amino acids. New Journal of Chemistry,
2020, 44, 17912-17923.

1.4 6

8202
Orientation and Conformation of Proteins at the Airâ€“Water Interface Determined from Integrative
Molecular Dynamics Simulations and Sum Frequency Generation Spectroscopy. Langmuir, 2020, 36,
11855-11865.

1.6 30

8203
Lattice Dynamics Study of the Thermal Expansion of C<sub>3</sub>H<sub>8</sub>-, CH<sub>4</sub>-,
CF<sub>4</sub>-, CO<sub>2</sub>-, Xe-, and N<sub>2</sub>-Hydrates. Energy &amp; Fuels, 2020, 34,
12771-12778.

2.5 10

8204 Local self-motion of water through the Van Hove function. Physical Review E, 2020, 102, 032604. 0.8 11

8205 How good are polarizable and flexible models for water: Insights from a many-body perspective.
Journal of Chemical Physics, 2020, 153, 060901. 1.2 39

8206 Molecular Fluorophores Self-Organize into C-Dot Seeds and Incorporate into C-Dot Structures.
Journal of Physical Chemistry Letters, 2020, 11, 8252-8258. 2.1 24

8207 Dynamical Accuracy of Water Models on Supercooling. Journal of Physical Chemistry Letters, 2020, 11,
7469-7475. 2.1 5

8208 Closing the Gap Between Modeling and Experiments in the Self-Assembly of Biomolecules at Interfaces
and in Solution. Chemistry of Materials, 2020, 32, 8043-8059. 3.2 10

8209
Effect of Oxidation Level on the Interfacial Water at the Graphene Oxideâ€“Water Interface: From
Spectroscopic Signatures to Hydrogen-Bonding Environment. Journal of Physical Chemistry B, 2020,
124, 8167-8178.

1.2 27



448

Citation Report

# Article IF Citations

8210 Evolution of Alchemical Free Energy Methods in Drug Discovery. Journal of Chemical Information and
Modeling, 2020, 60, 5308-5318. 2.5 66

8211 Representation of the conformational ensemble of peptides in coarse grained simulations. Journal of
Chemical Physics, 2020, 153, 054108. 1.2 1

8212
Calcium ion binding to calmodulin: binding free energy calculation using the molecular mechanics
Poisson-Boltzmann surface area (MM-PBSA) method by incorporating implicit polarization. Journal of
Biomolecular Structure and Dynamics, 2021, 39, 7213-7222.

2.0 18

8213 Effects of Temperature on Structural Properties of Hydrated Montmorillonite: Experimental Study
and Molecular Dynamics Simulation. Advances in Civil Engineering, 2020, 2020, 1-11. 0.4 5

8214
Does Confinement Modify Preferential Solvation and H-Bond Fluctuation Dynamics? A Molecular Level
Investigation through Simulations of a Bulk and Confined Three-Component Mixture. Journal of
Physical Chemistry B, 2020, 124, 11718-11729.

1.2 10

8215 A cosolvent surfactant mechanism affects polymer collapse in miscible good solvents.
Communications Chemistry, 2020, 3, . 2.0 14

8216 Molecular Mechanism of Acceleration and Retardation of Collective Orientation Relaxation of Water
Molecules in Aqueous Solutions. Journal of Physical Chemistry B, 2020, 124, 11730-11737. 1.2 3

8217 Probing the vibrational dynamics of amide bands of N-methylformamide, N, N-dimethylacetamide, and
N-methylacetamide in water. Computational and Theoretical Chemistry, 2020, 1190, 113001. 1.1 3

8218 Wetting transition of a nanodrop on switchable hydrophilic-hydrophobic surfaces. Surfaces and
Interfaces, 2020, 21, 100628. 1.5 4

8219 Effects of the Interfacial Modeling Approach on Equilibrium Calculations of Slip Length for
Nanoconfined Water in Carbon Slits. Langmuir, 2020, 36, 14772-14781. 1.6 6

8220 Incorporating a Thiophosphate Modification into a Common RNA Tetraloop Motif Causes an
Unanticipated Stability Boost. Biochemistry, 2020, 59, 4627-4637. 1.2 6

8221 Tracing the driving forces responsible for the remarkable infectivity of 2019-nCoV: 1. Receptor binding
domain in its bound and unbound states. Physical Chemistry Chemical Physics, 2020, 22, 28277-28285. 1.3 3

8222 Capillary condensation under atomic-scale confinement. Nature, 2020, 588, 250-253. 13.7 168

8223 Optoelectronic properties of confined water in angstrom-scale slits. Physical Review B, 2020, 102, . 1.1 6

8224 Dynamic and Static Properties of Aqueous NaCl Solutions at 25Â°C as a Function of NaCl
Concentration: A Molecular Dynamics Simulation Study. Journal of Chemistry, 2020, 2020, 1-11. 0.9 5

8225 Intrinsic water layering next to soft, solid, hydrophobic, and hydrophilic substrates. Journal of
Chemical Physics, 2020, 153, 224702. 1.2 1

8226 Salt Effects on the Structure and Dynamics of Interfacial Water on Calcite Probed by Equilibrium
Molecular Dynamics Simulations. Journal of Physical Chemistry C, 2020, 124, 24822-24836. 1.5 25

8227 Bottom-up derived flexible water model with dipole and quadrupole moments for coarse-grained
molecular simulations. Physical Chemistry Chemical Physics, 2020, 22, 27394-27412. 1.3 3



449

Citation Report

# Article IF Citations

8228 Targeting SARS-CoV-2 nucleocapsid oligomerization: Insights from molecular docking and molecular
dynamics simulations. Journal of Biomolecular Structure and Dynamics, 2022, 40, 2430-2443. 2.0 29

8229
Molecular Dynamics Simulations of Mineral Surface Wettability by Water Versus CO<sub>2</sub>:
Thin Films, Contact Angles, and Capillary Pressure in a Silica Nanopore. Journal of Physical Chemistry
C, 2020, 124, 25382-25395.

1.5 32

8230 Self-assembly of diphenylalanine peptides on graphene via detailed atomistic simulations. Physical
Chemistry Chemical Physics, 2020, 22, 27645-27657. 1.3 3

8231 Molecular Dynamics Study on the Effects of Metal Cations on Microscale Interfacial Properties of
Oilâ€“Water-Surfactant System. Transport in Porous Media, 2021, 140, 629-642. 1.2 5

8232 Computational Design of BH3-Mimetic Peptide Inhibitors That Can Bind Specifically to Mcl-1 or
Bcl-X<sub>L</sub>: Role of Non-Hot Spot Residues. Biochemistry, 2020, 59, 4379-4394. 1.2 8

8233 A semiclassical Thomasâ€“Fermi model to tune the metallicity of electrodes in molecular simulations.
Journal of Chemical Physics, 2020, 153, 174704. 1.2 49

8234 Surface Affinity of Alkali and Halide Ions in Their Aqueous Solution: Insight from Intrinsic Density
Analysis. Journal of Physical Chemistry B, 2020, 124, 9884-9897. 1.2 10

8235 From a bulk to nanoconfined water chain: bridge water at the pore of the (6,6) carbon nanotube.
Physical Chemistry Chemical Physics, 2020, 22, 25747-25759. 1.3 4

8236
Comparative roles of charge, <i>Ï€</i> , and hydrophobic interactions in sequence-dependent phase
separation of intrinsically disordered proteins. Proceedings of the National Academy of Sciences of
the United States of America, 2020, 117, 28795-28805.

3.3 159

8237 Frequency and water saturation dependency of dielectric properties of clay mineral. Applied Clay
Science, 2020, 198, 105840. 2.6 10

8238 Molecular dynamics simulation of the n-octacosane-water mixture confined in hydrophilic and
hydrophobic mesopores: The effect of oxygenates. Fluid Phase Equilibria, 2020, 526, 112816. 1.4 3

8239 Imogolite in water: Simulating the effects of nanotube curvature on structure and dynamics. Applied
Clay Science, 2020, 191, 105582. 2.6 8

8240 Comparative Study of the Biphasic Behavior of Cyanex301 and Its Two Analogs by Molecular Dynamics
Simulations. Advanced Theory and Simulations, 2020, 3, 1900242. 1.3 1

8241 Molecular dynamics simulation on Na+âˆ’Fâˆ’ ion-pair association from ambient to supercritical water.
Fluid Phase Equilibria, 2020, 516, 112615. 1.4 3

8242 Modeling the Hydration-Induced Structural Transitions of the SAPO-34 Zeolite and Their Impact on the
Waterâ€™s Sorbed Phase Equilibrium and Dynamics. Journal of Physical Chemistry C, 2020, 124, 11480-11489. 1.5 4

8243 Modulating Interdendrimer Interactions through Surface Adsorption. Langmuir, 2020, 36, 5492-5501. 1.6 2

8244 Non-isothermal flow of an electrolyte in a charged nanochannel. Nanotechnology, 2020, 31, 425403. 1.3 2

8245 Energy transfer within the hydrogen bonding network of water following resonant terahertz
excitation. Science Advances, 2020, 6, eaay7074. 4.7 62



450

Citation Report

# Article IF Citations

8246 Critical Water Coverage during Forsterite Carbonation in Thin Water Films: Activating Dissolution
and Mass Transport. Environmental Science &amp; Technology, 2020, 54, 6888-6899. 4.6 22

8247
Molecular Dynamics Simulations of the Structural Arrangement and Density of Alkylamine
Surfactants on Copper Surfaces: Implications for Anisotropic Growth of Copper Nanowires. ACS
Applied Nano Materials, 2020, 3, 5343-5350.

2.4 12

8248 Water dynamics affects thermal transport at the surface of hydrophobic and hydrophilic irradiated
nanoparticles. Nanoscale Advances, 2020, 2, 3181-3190. 2.2 11

8249 Hybrid Screening Approach for Very Small Fragments: X-ray and Computational Screening on FKBP51.
Journal of Medicinal Chemistry, 2020, 63, 5856-5864. 2.9 11

8250
Conformation and Diffusivity of Ring and Linear Polyethylene Oxide in Aqueous Solution: Molecular
Topology Dependent Concentration Effects and Comparison with Experimental Data. Macromolecular
Theory and Simulations, 2020, 29, 2000016.

0.6 6

8251 Fully Atomistic Multiscale Approach for p<i>K</i><sub><i>a</i></sub> Prediction. Journal of Physical
Chemistry B, 2020, 124, 4712-4722. 1.2 10

8252 Mass-zero constrained molecular dynamics for electrode charges in simulations of electrochemical
systems. Journal of Chemical Physics, 2020, 152, 194701. 1.2 16

8253 Metallicityâ€•Dependent Ultrafast Water Transport in Carbon Nanotubes. Small, 2020, 16, e1907575. 5.2 23

8254
Solvation Free Energy of Self-Assembled Complexes: Using Molecular Dynamics to Understand the
Separation of ssDNA-Wrapped Single-Walled Carbon Nanotubes. Journal of Physical Chemistry C, 2020,
124, 13127-13140.

1.5 3

8255 Underoil Superhydrophilic Metal Felt Fabricated by Modifying Ultrathin Fumed Silica Coatings for the
Separation of Water-in-Oil Emulsions. ACS Applied Materials &amp; Interfaces, 2020, 12, 27663-27671. 4.0 43

8256 Modeling and Simulation of Concentrated Aqueous Solutions of LiTFSI for Battery Applications.
Journal of Physical Chemistry C, 2020, 124, 11790-11799. 1.5 35

8257 Negative friction coefficient in microscale graphite/mica layered heterojunctions. Science Advances,
2020, 6, eaaz6787. 4.7 17

8258
Thermodynamics, Structure, and Dynamic Properties of Nanostructured Water Confined into B-, N-,
and Si-Doped Graphene Surfaces and Carbon Nanotubes. Industrial &amp; Engineering Chemistry
Research, 2020, 59, 9642-9654.

1.8 9

8259 Nonaffine Displacements Encode Collective Conformational Fluctuations in Proteins. Journal of
Chemical Theory and Computation, 2020, 16, 2508-2516. 2.3 6

8260 Molecular dynamics study of barrier effects on Ferro- nanofluid flow in the presence of constant
and time-dependent external magnetic fields. Journal of Molecular Liquids, 2020, 308, 113152. 2.3 16

8261 Insights on Betaine + Lactic Acid Deep Eutectic Solvent. Industrial &amp; Engineering Chemistry
Research, 2020, 59, 11880-11892. 1.8 21

8262 Energy Stored in Nanoscale Water Capillary Bridges between Patchy Surfaces. Langmuir, 2020, 36,
7246-7251. 1.6 5

8263 An allosteric modulator binds to a conformational hub in the Î²2 adrenergic receptor. Nature Chemical
Biology, 2020, 16, 749-755. 3.9 51



451

Citation Report

# Article IF Citations

8264
Molecular Dynamics Study on CO<sub>2</sub> Foam Films with Sodium Dodecyl Sulfate: Effects of
Surfactant Concentration, Temperature, and Pressure on the Interfacial Tension. Energy &amp; Fuels,
2020, 34, 8562-8574.

2.5 28

8265 Simulations of dielectric constants and viscosities of organic electrolytes by quantum mechanics
and molecular dynamics. Journal of Molecular Liquids, 2020, 312, 113288. 2.3 14

8266 Important components for accurate hyperfine coupling constants: electron correlation, dynamic
contributions, and solvation effects. Molecular Physics, 2020, 118, e1772515. 0.8 5

8267 A beginner's guide to molecular dynamics simulations and the identification of cross-correlation
networks for enzyme engineering. Methods in Enzymology, 2020, 643, 15-49. 0.4 19

8268 Selectivity of 18-crown-6 ether to alkali ions by density functional theory and molecular dynamics
simulation. Journal of Molecular Liquids, 2020, 311, 113305. 2.3 18

8269 Role of Viscosity in Deviations from the Nernstâ€“Einstein Relation. Journal of Physical Chemistry B,
2020, 124, 4774-4780. 1.2 22

8270
Molecular dynamics simulation of ferronanofluid behavior in a nanochannel in the presence of
constant and time-dependent magnetic fields. Journal of Thermal Analysis and Calorimetry, 2020, 141,
2625-2633.

2.0 22

8271 On the capture of polar indoor air pollutants at sub-ppm levelâ€”A molecular simulation study.
Building Simulation, 2020, 13, 989-997. 3.0 9

8272 Molecular dynamics study on the coalescence and break-up behaviors of ionic droplets under DC
electric field. Journal of Molecular Liquids, 2020, 312, 113195. 2.3 37

8273 He Inclusion in Ice-like and Clathrate-like Frameworks: A Benchmark Quantum Chemistry Study of
Guestâ€“Host Interactions. Journal of Chemical Information and Modeling, 2020, 60, 3043-3056. 2.5 13

8274 Dispersion of acoustic excitations in tetrahedral liquids. Journal of Physics Condensed Matter, 2020,
32, 395101. 0.7 0

8275 Lauryl Phosphate Flotation Chemistry in Barite Flotation. Minerals (Basel, Switzerland), 2020, 10, 280. 0.8 7

8276 Dynamical Transitions of Supercooled Water in Graphene Oxide Nanopores: Influence of Surface
Hydrophilicity. Journal of Physical Chemistry B, 2020, 124, 4805-4820. 1.2 7

8277 Pronounced structural crossover in water at supercritical pressures. Journal of Physics Condensed
Matter, 2020, 32, 385102. 0.7 8

8278 New barbituric acid derivatives for data encryption and decryption based on the mechanochromic
fluorescence effect. Analyst, The, 2020, 145, 5325-5332. 1.7 8

8279 A Multiscale Procedure for Predicting the Hydration Free Energies of Polycyclic Aromatic
Hydrocarbons. Journal of Chemical &amp; Engineering Data, 2020, 65, 2206-2211. 1.0 4

8280 Vibrational Behavior of Water Adsorbed on Forsterite (Mg<sub>2</sub>SiO<sub>4</sub>) Surfaces.
ACS Earth and Space Chemistry, 2020, 4, 1050-1063. 1.2 11

8281 Plausible compounds drawn from plants as curative agents for neurodegeneration: An in-silico
approach. Journal of Computer-Aided Molecular Design, 2020, 34, 1003-1011. 1.3 0



452

Citation Report

# Article IF Citations

8282
Exploiting interior surface functionalization in reverse osmosis desalination membranes to mitigate
permeabilityâ€“selectivity trade-off: Molecular simulations of nanotube-based membranes. Desalination,
2020, 491, 114537.

4.0 17

8283 Resolving overlapped signals with automated FitNMR analytical peak modeling. Journal of Magnetic
Resonance, 2020, 318, 106773. 1.2 7

8284 Kapitza resistance at waterâ€“graphene interfaces. Journal of Chemical Physics, 2020, 152, 224703. 1.2 20

8285 Molecular Structure, Binding Affinity, and Biological Activity in the Epigenome. International Journal
of Molecular Sciences, 2020, 21, 4134. 1.8 9

8286 The shape of the liquid-liquid interface for oil/water mixtures in slit pores. Colloids and Surfaces A:
Physicochemical and Engineering Aspects, 2020, 601, 124884. 2.3 1

8287
Molecular dynamics simulation of ferro-nanofluid flow in a microchannel in the presence of
external electric field: Effects of Fe3O4 nanoparticles. International Communications in Heat and
Mass Transfer, 2020, 116, 104653.

2.9 22

8288 Membraneâ€“Ion Interactions Modify the Lipid Flip-Flop Dynamics of Biological Membranes: A Molecular
Dynamics Study. Journal of Physical Chemistry B, 2020, 124, 5156-5162. 1.2 8

8289 Phase-Sensitive Vibrational SFG Spectra from Simple Classical Force Field Molecular Dynamics
Simulations. Journal of Physical Chemistry C, 2020, 124, 15253-15263. 1.5 9

8290 A Comparative Study of Adsorption of Isomeric Molecules on Carbon Sorbents from a Gas and a
Liquid. Protection of Metals and Physical Chemistry of Surfaces, 2020, 56, 38-43. 0.3 3

8291 Studies of interaction between bitumen and thermochemical fluid (TCF): Insights from experiment and
molecular dynamics simulations. Applied Surface Science, 2020, 527, 146942. 3.1 8

8292 Molecular dynamics simulations on dissociation of CO2 hydrate in the presence of inhibitor.
Chemical Physics, 2020, 538, 110894. 0.9 11

8293
Experimental and Computational Study of Molecular Water Interactions with Condensed Nopinone
Surfaces Under Atmospherically Relevant Conditions. Journal of Physical Chemistry A, 2020, 124,
3652-3661.

1.1 6

8294 Solvation structure and dynamics of the dimethylammonium cation diluted in liquid water: A
molecular dynamics approach. Journal of Chemical Physics, 2020, 152, 234501. 1.2 1

8295 Structural Characterization of TssL from Acinetobacter baumannii: a Key Component of the Type VI
Secretion System. Journal of Bacteriology, 2020, 202, . 1.0 5

8296 A Molecular Dynamics Study on Rotational Nanofluid and Its Application to Desalination. Membranes,
2020, 10, 117. 1.4 5

8297 Electronic continuum correction without scaled charges. Journal of Molecular Liquids, 2020, 314,
113571. 2.3 10

8298 Thermophysical Properties and Angular Jump Dynamics of Water: A Comparative DFT and
DFT-Dispersion-Based Molecular Dynamics Study. Journal of Physical Chemistry A, 2020, 124, 6039-6049. 1.1 5

8299 Simulation of fatty acid adsorption at the magnesia surface. Surface Innovations, 2020, 8, 172-181. 1.4 3



453

Citation Report

# Article IF Citations

8300
Effect of the Packing Density on the Surface Hydrophobicity of Ï‰-Functionalized (âˆ’CF<sub>3</sub>,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 747 Td (âˆ’CH<sub>3</sub>, âˆ’OCH<sub>3</sub>, and âˆ’OH) Self-Assembled Monolayers: A Molecular Dynamics

Study. Journal of Physical Chemistry C, 2020, 124, 14237-14244.
1.5 7

8301 Solventâ€“Solvent Correlations across Graphene: The Effect of Image Charges. ACS Nano, 2020, 14,
7987-7998. 7.3 25

8302 Transport of hydrated nitrate and nitrite ions through graphene nanopores in aqueous medium.
Journal of Computational Chemistry, 2020, 41, 1850-1858. 1.5 6

8303 The role of brine in gas adsorption and dissolution in kerogen nanopores for enhanced gas recovery
and CO2 sequestration. Chemical Engineering Journal, 2020, 399, 125704. 6.6 23

8304 Effects of methanol on CaSO4 ion associated species in mixed solutions: Solvation dynamics and
hydrogen bond bridging structure. Journal of Molecular Liquids, 2020, 307, 112985. 2.3 6

8305 Thermodynamic modeling and energy analysis of a polyamine-based water-lean solvent for CO2
capture. Chemical Engineering Journal, 2020, 399, 125714. 6.6 25

8306 Molecular simulation of the structure and elastic properties of ettringite and monosulfoaluminate.
Cement and Concrete Research, 2020, 135, 106126. 4.6 30

8307 Protein Stability in TMAO and Mixed Ureaâ€“TMAO Solutions. Journal of Physical Chemistry B, 2020, 124,
6181-6197. 1.2 50

8308 Systematic Parametrization of Divalent Metal Ions for the OPC3, OPC, TIP3P-FB, and TIP4P-FB Water
Models. Journal of Chemical Theory and Computation, 2020, 16, 4429-4442. 2.3 58

8309 Botulinum Endopeptidase: SAXS Experiments and MD Simulations Reveal Extended Solution Structures
That Account for Its Biochemical Properties. Journal of Physical Chemistry B, 2020, 124, 5801-5812. 1.2 5

8310 Upgraded AMBER Force Field for Zinc-Binding Residues and Ligands for Predicting Structural
Properties and Binding Affinities in Zinc-Proteins. ACS Omega, 2020, 5, 15301-15310. 1.6 27

8311 The role of air-water interface in the SO3 hydration reaction. Atmospheric Environment, 2020, 230,
117514. 1.9 13

8312
Hydrogen bonding of ionic liquids in the groove region of DNA controls the extent of its
stabilization: synthesis, spectroscopic and simulation studies. Physical Chemistry Chemical Physics,
2020, 22, 15582-15591.

1.3 10

8314 Fluorocarbon versus hydrocarbon organosilicon surfactants for wettability alteration: A molecular
dynamics approach. Journal of Industrial and Engineering Chemistry, 2020, 88, 224-232. 2.9 11

8315 Reversible absorption of toluene by switchable hydrophilicity solvents investigated by molecular
dynamics simulation. Journal of Molecular Liquids, 2020, 308, 113000. 2.3 4

8316 Electro-coalescence of two charged droplets under pulsed direct current electric fields with
various waveforms: A molecular dynamics study. Journal of Molecular Liquids, 2020, 312, 113429. 2.3 32

8317 Solvation structures of Na<sup>+</sup>Cl<sup>âˆ’</sup>ion pair in DMF-water and DMF-methanol
mixtures. Molecular Simulation, 2020, 46, 766-776. 0.9 3

8318 Molecular dynamics simulations on aqueous solution confined in charged nanochannels: asymmetric
effect of surface charge. Molecular Simulation, 2020, 46, 796-804. 0.9 1



454

Citation Report

# Article IF Citations

8319 Dissociation of salts in water under pressure. Nature Communications, 2020, 11, 3037. 5.8 21

8320 A single amino acid substitution alters <scp>ClpS2</scp> binding specificity. Proteins: Structure,
Function and Bioinformatics, 2020, 88, 1189-1196. 1.5 1

8321
Dynamic Susceptibility and Structural Heterogeneity of Large Reverse Micellar Water: An Examination
of the Coreâ€“Shell Model via Probing the Layer-wise Features. Journal of Physical Chemistry B, 2020,
124, 2848-2863.

1.2 10

8322
Effects of salts and silica nanoparticles on oil-brine interfacial properties under hydrocarbon
reservoir conditions: A molecular dynamics simulation study. Journal of Molecular Liquids, 2020, 305,
112860.

2.3 19

8323 Hybrid Solvation Model with First Solvation Shell for Calculation of Solvation Free Energy.
ChemPhysChem, 2020, 21, 762-769. 1.0 5

8324 Adsorption of impurities in vegetable oil: A molecular modelling study. Journal of Colloid and
Interface Science, 2020, 571, 55-65. 5.0 12

8325 Effect of Alzheimerâ€™s Disease Causative and Protective Mutations on the Hydration Environment of
Amyloid-Î². Journal of Physical Chemistry B, 2020, 124, 2311-2322. 1.2 5

8326 Ion pair correlations due to interference between solvent polarizations induced in water. Journal of
Chemical Physics, 2020, 152, 064501. 1.2 1

8327 Scaled charges at work: Salting out and interfacial tension of methane with electrolyte solutions
from computer simulations. Fluid Phase Equilibria, 2020, 513, 112548. 1.4 33

8328 Diffuse X-ray scattering from correlated motions in a protein crystal. Nature Communications, 2020,
11, 1271. 5.8 37

8329 A Positive Charge in the Outer Coordination Sphere of an Artificial Enzyme Increases CO<sub>2</sub>
Hydrogenation. Organometallics, 2020, 39, 1532-1544. 1.1 19

8330
The role of hydroxyl and carboxyl functional groups in adsorption of copper by carbon nanotube and
hybrid grapheneâ€“carbon nanotube: insights from molecular dynamic simulation. Adsorption, 2020, 26,
397-405.

1.4 18

8331 Phonon coupling induced thermophoresis of water confined in a carbon nanotube. Physical
Chemistry Chemical Physics, 2020, 22, 6081-6085. 1.3 3

8332 Molecular insights on NaCl crystal formation approaching PVDF membranes functionalized with
graphene. Physical Chemistry Chemical Physics, 2020, 22, 7817-7827. 1.3 9

8333 Probing the Accuracy of Explicit Solvent Constant pH Molecular Dynamics Simulations for Peptides.
Journal of Chemical Theory and Computation, 2020, 16, 2561-2569. 2.3 13

8334 Densely Grafted Polyelectrolyte Brushes Trigger â€œWater-in-Saltâ€•-like Scenarios and Ultraconfinement
Effect. Matter, 2020, 2, 1509-1521. 5.0 19

8335 A multi-scale perspective of gas transport through soap-film membranes. Molecular Systems Design
and Engineering, 2020, 5, 911-921. 1.7 13

8336 Ferrocene-modified peptides as inhibitors against insulin amyloid aggregation based on molecular
simulation. Journal of Materials Chemistry B, 2020, 8, 3076-3086. 2.9 17



455

Citation Report

# Article IF Citations

8337 Length-scale dependence of protein hydration-shell density. Physical Chemistry Chemical Physics,
2020, 22, 7340-7347. 1.3 5

8338 Theoretical Investigation of Dissolution and Decomposition Mechanisms of a Cellulose Fiber in Ionic
Liquids. Journal of Physical Chemistry B, 2020, 124, 3090-3102. 1.2 14

8339 The wetting behavior of aqueous imidazolium based ionic liquids: a molecular dynamics study.
Physical Chemistry Chemical Physics, 2020, 22, 8595-8605. 1.3 12

8340 Quercetin and Baicalein Act as Potent Antiamyloidogenic and Fibril Destabilizing Agents for SOD1
Fibrils. ACS Chemical Neuroscience, 2020, 11, 1129-1138. 1.7 36

8341 Connection of large amplitude angular jump motions with temporal heterogeneity in aqueous
solutions. Physical Chemistry Chemical Physics, 2020, 22, 9339-9348. 1.3 3

8342 A hybrid theoretical method for predicting electrokinetic energy conversion in nanochannels.
Physical Chemistry Chemical Physics, 2020, 22, 9110-9116. 1.3 1

8343 Structural Comparison between Sucrose and Trehalose in Aqueous Solution. Journal of Physical
Chemistry B, 2020, 124, 3074-3082. 1.2 31

8344 Contribution of the two liquid phases to the interfacial tension at various water-organic
liquid-liquid interfaces. Journal of Molecular Liquids, 2020, 306, 112872. 2.3 8

8345 Stability of Two-Quartet G-Quadruplexes and Their Dimers in Atomistic Simulations. Journal of
Chemical Theory and Computation, 2020, 16, 3447-3463. 2.3 16

8346 Polarizable TIP7P Water Model with Perturbation Charges Evaluated from ABEEM. Journal of Physical
Chemistry B, 2020, 124, 2450-2464. 1.2 10

8347 Photoinduced damage of AsLOV2 domain is accompanied by increased singlet oxygen production due
to flavin dissociation. Scientific Reports, 2020, 10, 4119. 1.6 10

8348 Effect of temperature on transport properties of cysteine in water. AIP Advances, 2020, 10, . 0.6 7

8349 Confinement and Diffusion of Small Molecules in a Molecular-Scale Tunnel. Journal of the
Electrochemical Society, 2020, 167, 023505. 1.3 3

8350 Emerging investigator series: ion diffusivities in nanoconfined interfacial water films contribute to
mineral carbonation thresholds. Environmental Science: Nano, 2020, 7, 1068-1081. 2.2 19

8351 SAMPL6 Octanolâ€“water partition coefficients from alchemical free energy calculations with MBIS
atomic charges. Journal of Computer-Aided Molecular Design, 2020, 34, 327-334. 1.3 5

8352 Molecular Structure and Modeling of Waterâ€“Air and Iceâ€“Air Interfaces Monitored by Sum-Frequency
Generation. Chemical Reviews, 2020, 120, 3633-3667. 23.0 97

8353 Water plays a dynamical role in a hydrogen-bonded, hexameric supramolecular assembly. Physical
Chemistry Chemical Physics, 2020, 22, 6167-6175. 1.3 7

8354 High Adsorption of Benzoic Acid on Single Walled Carbon Nanotube Bundles. Scientific Reports, 2020,
10, 10013. 1.6 8



456

Citation Report

# Article IF Citations

8355 Consistency of NVT, NPT, ÂµVT and Gibbs (NV2T and NPT) with kinetic Monte Carlo schemes. Chemical
Engineering Journal, 2020, 401, 126056. 6.6 12

8356 The cation effect on the solubility of glycylglycine and N-acetylglycine in aqueous solution:
Experimental and molecular dynamics studies. Journal of Molecular Liquids, 2020, 310, 113044. 2.3 2

8357 Nâ€•Heterocyclic Carbene Organocatalysis: With or Without Carbenes?. Chemistry - A European Journal,
2020, 26, 10140-10151. 1.7 17

8358 The Neutrally Charged Diarylurea Compound PQ401 Kills Antibiotic-Resistant and Antibiotic-Tolerant
Staphylococcus aureus. MBio, 2020, 11, . 1.8 23

8359 Distinctive hydration dynamics around highly coordinated Cu2+/Zn2+-chloride complexes: A
molecular dynamics simulation study. Journal of Molecular Liquids, 2020, 314, 113619. 2.3 6

8360
Pressure, Peptides, and a Piezolyte: Structural Analysis of the Effects of Pressure and
Trimethylamine-<i>N</i>-oxide on the Peptide Solvation Shell. Journal of Physical Chemistry B, 2020,
124, 6508-6519.

1.2 8

8361 Complexation of single stranded RNA with an ionizable lipid: an all-atom molecular dynamics
simulation study. Soft Matter, 2020, 16, 6993-7005. 1.2 23

8362 Simulations of activities, solubilities, transport properties, and nucleation rates for aqueous
electrolyte solutions. Journal of Chemical Physics, 2020, 153, 010903. 1.2 37

8363 Molecular Dynamics Simulation of Polyacrylamide Adsorption on Cellulose Nanocrystals.
Nanomaterials, 2020, 10, 1256. 1.9 9

8364 Multicriteria Optimization of Molecular Models of Water Using a Reduced Units Approach. Journal of
Chemical Theory and Computation, 2020, 16, 5127-5138. 2.3 4

8365 A Simple Method for Including Polarization Effects in Solvation Free Energy Calculations When Using
Fixed-Charge Force Fields: Alchemically Polarized Charges. ACS Omega, 2020, 5, 17170-17181. 1.6 7

8366 A QM/MD Coupling Method to Model the Ion-Induced Polarization of Graphene. Journal of Chemical
Theory and Computation, 2020, 16, 5253-5263. 2.3 20

8367 Deformation of a Liquid Near an AFM Tip: Molecular Dynamics Approach. Langmuir, 2020, 36, 8993-9004. 1.6 4

8368 Lattice-gas Monte Carlo study of sI clathrate hydrates of ethylene: Stability analysis and cell
distortion. Fluid Phase Equilibria, 2020, 521, 112739. 1.4 4

8369 Classical mechanical simulations of layer- and tunnel-structured manganese oxide minerals.
Geochimica Et Cosmochimica Acta, 2020, 291, 92-109. 1.6 15

8370 Molecular Mechanism of Water Reorientation Dynamics in Dimethyl Sulfoxide Aqueous Mixtures.
Journal of Physical Chemistry B, 2020, 124, 1806-1816. 1.2 5

8371 Coupled Transport of Water and Ions through Graphene Nanochannels. Journal of Physical Chemistry
C, 2020, 124, 17320-17330. 1.5 17

8372 Exploring the Absorption Spectrum of Simulated Water from MHz to Infrared. Journal of Physical
Chemistry A, 2020, 124, 5599-5605. 1.1 25



457

Citation Report

# Article IF Citations

8373
The peculiar size and temperature dependence of water diffusion in carbon nanotubes studied with 2D
NMR diffusionâ€“relaxation <i>D</i>â€Šâ€“<i>T</i>2<i>eff</i> spectroscopy. Biomicrofluidics, 2020, 14,
034114.

1.2 10

8374 A structural indicator for water built upon potential energy considerations. Journal of Chemical
Physics, 2020, 152, 244503. 1.2 25

8375 Molecular modeling of aqueous electrolytes at interfaces: Effects of long-range dispersion forces
and of ionic charge rescaling. Journal of Chemical Physics, 2020, 152, 241102. 1.2 22

8376 The Attraction of Water for Itself at Hydrophobic Quartz Interfaces. Journal of Physical Chemistry B,
2020, 124, 6369-6375. 1.2 15

8377 Simple Parameter-Free Bridge Functionals for Molecular Density Functional Theory. Application to
Hydrophobic Solvation. Journal of Physical Chemistry B, 2020, 124, 6885-6893. 1.2 13

8378 Intermolecular interactions of nanocrystalline alkali-silica reaction products under sorption.
Cement and Concrete Research, 2020, 136, 106155. 4.6 11

8379 Handling CO2 sorption mechanism in PIL@IL composites. Journal of CO2 Utilization, 2020, 41, 101225. 3.3 12

8380 Computational modeling on mitochondrial channel nanotoxicity. Nano Today, 2020, 34, 100913. 6.2 7

8381
Identification of potential inhibitors against SARS-CoV-2 by targeting proteins responsible for
envelope formation and virion assembly using docking based virtual screening, and pharmacokinetics
approaches. Infection, Genetics and Evolution, 2020, 84, 104451.

1.0 88

8382 Nanocomposite desalination membranes made of aromatic polyamide with cellulose nanofibers:
synthesis, performance, and water diffusion study. Nanoscale, 2020, 12, 19628-19637. 2.8 19

8383 Rotation of small diatomics in waterâ€“ethanol mixture: Multiple breakdowns of hydrodynamic
predictions. Journal of Chemical Physics, 2020, 153, 014504. 1.2 1

8384 Dependence of amino-acid dielectric relaxation on solute-water interaction: Molecular dynamics
study. Journal of Molecular Liquids, 2020, 303, 112613. 2.3 3

8385 Engineered superhydrophilicity and superhydrophobicity of graphene-nanoplatelet coatings via
thermal treatment. Powder Technology, 2020, 364, 88-97. 2.1 34

8386
Role of the porphyrins and demulsifiers in the aggregation process of asphaltenes at water/oil
interfaces under desalting conditions: a molecular dynamics study. Petroleum Science, 2020, 17,
797-810.

2.4 17

8387
Effects of concentration and pressure on the aqueous solvation structure of ammonia and
composition dependent ion solvation scenario in water-ammonia mixtures. Fluid Phase Equilibria,
2020, 511, 112507.

1.4 0

8388 Correlation Length in Concentrated Electrolytes: Insights from All-Atom Molecular Dynamics
Simulations. Journal of Physical Chemistry B, 2020, 124, 1778-1786. 1.2 34

8389 Hydrophobic hydration and pairwise hydrophobic interaction of Lennard-Jones and Mie particles in
different water models. Physical Chemistry Chemical Physics, 2020, 22, 4758-4771. 1.3 4

8390 Effective ion sieving with Ti3C2Tx MXene membranes for production of drinking water from seawater.
Nature Sustainability, 2020, 3, 296-302. 11.5 468



458

Citation Report

# Article IF Citations

8391 Molecular dynamics analysis of Mg<sup>2+</sup>â€•dependent cleavage of a pistol ribozyme reveals a
failâ€•safe secondary ion for catalysis. Journal of Computational Chemistry, 2020, 41, 1345-1352. 1.5 4

8392 The role of surfactant force field on the properties of liquid/liquid interfaces. Fluid Phase Equilibria,
2020, 511, 112497. 1.4 7

8393 Structure Factor of EuCl<sub>3</sub> Aqueous Solutions via Coupled Molecular Dynamics
Simulations and Integral Equations. Journal of Physical Chemistry B, 2020, 124, 1787-1793. 1.2 1

8394 Solvent effects on the Ï€* shape resonances of uracil. Journal of Chemical Physics, 2020, 152, 084301. 1.2 11

8395 Influence of Polarizability on the Prediction of the Electrical Double Layer Structure in a Clay
Mesopore: A Molecular Dynamics Study. Journal of Physical Chemistry C, 2020, 124, 6221-6232. 1.5 17

8396 Dinucleoside polyphosphates act as 5â€²-RNA caps in bacteria. Nature Communications, 2020, 11, 1052. 5.8 41

8397 Investigation of a Direct Interaction between miR4749 and the Tumor Suppressor p53 by Fluorescence,
FRET and Molecular Modeling. Biomolecules, 2020, 10, 346. 1.8 8

8398 Ultrahigh Density of Gas Molecules Confined in Surface Nanobubbles in Ambient Water. Journal of
the American Chemical Society, 2020, 142, 5583-5593. 6.6 88

8399 Unexpected large impact of small charges on surface frictions with similar wetting properties.
Communications Chemistry, 2020, 3, . 2.0 11

8400 Effects of pH and electrolytes on the sheet-to-sheet aggregation mode of graphene oxide in aqueous
solutions. Environmental Science: Nano, 2020, 7, 984-995. 2.2 13

8401 Extended MARTINI water model for heat transfer studies. Molecular Physics, 2020, 118, e1692151. 0.8 5

8402 Hexagonal arrangement of phospholipids in bilayer membranes*. Chinese Physics B, 2020, 29, 030505. 0.7 2

8403 Effects of Boron Nitride Nanotube on the Secondary Structure of AÎ²(1â€“42) Trimer: Possible Inhibitory
Effect on Amyloid Formation. Journal of Physical Chemistry B, 2020, 124, 1928-1940. 1.2 16

8404 Photoisomerization of DiD: Molecular Dynamics Calculations Reveal the Influence of Tail Lengths.
Journal of Physical Chemistry C, 2020, 124, 5829-5837. 1.5 1

8405 Hydration properties of a protein at low and high pressures: Physics of pressure denaturation.
Journal of Chemical Physics, 2020, 152, 065103. 1.2 14

8406 A cell surface arabinogalactanâ€•peptide influences root hair cell fate. New Phytologist, 2020, 227,
732-743. 3.5 26

8407 Response Theory for Static and Dynamic Solvation of Ionic and Dipolar Solutes in Water. Journal of
Statistical Physics, 2020, 180, 721-738. 0.5 6

8408 Polysaccharide Structures in the Outer Mucilage of <i>Arabidopsis</i> Seeds Visualized by AFM.
Biomacromolecules, 2020, 21, 1450-1459. 2.6 17



459

Citation Report

# Article IF Citations

8409 Hydrophilic and hydrophobic interactions in concentrated aqueous imidazole solutions: a neutron
diffraction and total X-ray scattering study. Physical Chemistry Chemical Physics, 2020, 22, 5105-5113. 1.3 9

8410 Threeâ€•site and fiveâ€•site fixedâ€•charge water models compatible with AMOEBA force field. Journal of
Computational Chemistry, 2020, 41, 1034-1044. 1.5 3

8411 Atomic-level insights into nano-salt droplets wetting on the MgO surface using molecular dynamics
simulations. Corrosion Science, 2020, 167, 108549. 3.0 11

8412 Thermal conductivity of confined-water in graphene nanochannels. International Journal of Heat and
Mass Transfer, 2020, 152, 119502. 2.5 31

8413 Correcting electrostatic artifacts due to netâ€•charge changes in the calculation of ligand binding free
energies. Journal of Computational Chemistry, 2020, 41, 986-999. 1.5 24

8414 Disintegration of Surfactant Micelles at Metalâ€“Water Interfaces Promotes Their Strong Adsorption.
Journal of Physical Chemistry B, 2020, 124, 2262-2267. 1.2 15

8415 Slow dynamics of supercooled hydration water in contact with lysozyme: examining the cage effect at
different length scales. Philosophical Magazine, 2020, 100, 2582-2595. 0.7 6

8416 Molecular dynamics simulation on the dissolution process of Kaempferol cluster. Journal of
Molecular Liquids, 2020, 304, 112779. 2.3 2

8417 Interfacial Concentration Effect Facilitates Heterogeneous Nucleation from Solution. Journal of
Physical Chemistry Letters, 2020, 11, 2263-2271. 2.1 11

8418 Rational Construction of Porous Metalâ€“Organic Frameworks for Uranium(VI) Extraction: The Strong
Periodic Tendency with a Metal Node. ACS Applied Materials &amp; Interfaces, 2020, 12, 14087-14094. 4.0 48

8419
Functionalization of Î³-Alumina and Magnesia Nanoparticles with a Fluorocarbon Surfactant to
Promote Ultra-Gas-Wet Surfaces: Experimental and Theoretical Approach. ACS Applied Materials &amp;
Interfaces, 2020, 12, 13510-13520.

4.0 20

8420 Interfacial structure in the liquidâ€“liquid extraction of rare earth elements by phosphoric acid
ligands: a molecular dynamics study. Physical Chemistry Chemical Physics, 2020, 22, 4177-4192. 1.3 9

8421
Computer simulation study of fluorocarbon phosphate surfactant based aqueous reverse micelle in
supercritical CO<sub>2</sub>: roles of surfactant functional groups, ionic strength, and phase
changes in CO<sub>2</sub>. Physical Chemistry Chemical Physics, 2020, 22, 3434-3445.

1.3 3

8423 Thermal Transport at Interface Between Single-Layer Graphene and Water Film. International Journal
of Thermophysics, 2020, 41, 1. 1.0 4

8424 Thermodynamics of <i>N</i>-Isopropylacrylamide in Water: Insight from Experiments, Simulations, and
Kirkwoodâ€“Buff Analysis Teamwork. Journal of Physical Chemistry B, 2020, 124, 2495-2504. 1.2 13

8425 How Hydration Affects the Microscopic Structural Morphology in a Deep Eutectic Solvent. Journal of
Physical Chemistry B, 2020, 124, 2230-2237. 1.2 75

8426 Fast, Accurate, and Reliable Protocols for Routine Calculations of Proteinâ€“Ligand Binding Affinities
in Drug Design Projects Using AMBER GPU-TI with ff14SB/GAFF. ACS Omega, 2020, 5, 4611-4619. 1.6 74

8427 Electromechanics of the liquid water vapour interface. Physical Chemistry Chemical Physics, 2020, 22,
10676-10686. 1.3 14



460

Citation Report

# Article IF Citations

8428 Field-enhanced selectivity in nanoconfined ionic transport. Nanoscale, 2020, 12, 6512-6521. 2.8 10

8429 Revisiting nuclear tunnelling in the aqueous ferrousâ€“ferric electron transfer. Physical Chemistry
Chemical Physics, 2020, 22, 10687-10698. 1.3 7

8430 Coalescence of Au Nanoparticles without Ligand Detachment. Physical Review Letters, 2020, 124,
066101. 2.9 24

8431 Simulation of Subnanometer Contrast in Dynamic Atomic Force Microscopy of Hydrophilic
Alkanethiol Self-Assembled Monolayers in Water. Langmuir, 2020, 36, 2240-2246. 1.6 4

8432
The role of osmolytes in the temperature-triggered conformational transition of
poly(<i>N</i>-vinylcaprolactam): an experimental and computational study. Physical Chemistry
Chemical Physics, 2020, 22, 5301-5313.

1.3 5

8433 Studying rare events using forward-flux sampling: Recent breakthroughs and future outlook. Journal
of Chemical Physics, 2020, 152, 060901. 1.2 50

8434 Thermodynamic models for H2Oâ€“CO2â€“H2 mixtures in near-critical and supercritical regions of water.
International Journal of Hydrogen Energy, 2020, 45, 4297-4304. 3.8 16

8435 A Molecular Dynamics Study of Soaking During Enhanced Oil Recovery in Shale Organic Pores. SPE
Journal, 2020, 25, 832-841. 1.7 12

8436 Tuning Allostery through Integration of Disorder to Order with a Residue Network. Biochemistry,
2020, 59, 790-801. 1.2 6

8437
Alchemical Hydration Free-Energy Calculations Using Molecular Dynamics with Explicit Polarization
and Induced Polarity Decoupling: An Onâ€“theâ€“Fly Polarization Approach. Journal of Chemical Theory
and Computation, 2020, 16, 1146-1161.

2.3 14

8438 Modeling amino-acid side chain infrared spectra: the case of carboxylic residues. Physical Chemistry
Chemical Physics, 2020, 22, 3008-3016. 1.3 10

8439 Adsorption simulation of open-ended single-walled carbon nanotubes for various gases. AIP Advances,
2020, 10, . 0.6 7

8440 Topological and real charge of Bjerrum defects in ices Ih and Ic. Molecular Physics, 2020, 118, e1705410. 0.8 2

8441 Force-field coefficient optimization of coarse-grained molecular dynamics models with a small
computational budget. Computational Materials Science, 2020, 176, 109518. 1.4 5

8442 Evaluation of Asphaltene Adsorption Free Energy at the Oilâ€“Water Interface: Role of Heteroatoms.
Energy &amp; Fuels, 2020, 34, 5267-5280. 2.5 36

8443 The aggregation induced fluorescence effect enhanced by a reasonable length of carbon chain.
Journal of Molecular Liquids, 2020, 302, 112550. 2.3 10

8444 Ionophore constructed from non-covalent assembly of a G-quadruplex and liponucleoside transports
K+-ion across biological membranes. Nature Communications, 2020, 11, 469. 5.8 36

8445 Dephasing and Decoherence in Vibrational and Electronic Line Shapes. Journal of Physical Chemistry B,
2020, 124, 1531-1542. 1.2 5



461

Citation Report

# Article IF Citations

8446 Atomic-Scale Three-Dimensional Local Solvation Structures of Ionic Liquids. Journal of Physical
Chemistry Letters, 2020, 11, 1343-1348. 2.1 21

8447 Thickness-dependent ion rejection in nanopores. Journal of Membrane Science, 2020, 601, 117899. 4.1 25

8448 Current Status of Carbohydrates Information in the Protein Data Bank. Journal of Chemical
Information and Modeling, 2020, 60, 684-699. 2.5 24

8449 Ionization energies in solution with the QM:QM approach. Physical Chemistry Chemical Physics, 2020,
22, 10550-10560. 1.3 17

8450
The nuclear Overhauser Effect (NOE) as a tool to study macromolecular confinement: Elucidation
and disentangling of crowding and encapsulation effects. Journal of Chemical Physics, 2020, 152,
024120.

1.2 1

8451 Structural and Thermophysical Anomalies of Liquid Water: A Tale of Molecules in the Instantaneous
Low- and High-Density Regions. Journal of Physical Chemistry B, 2020, 124, 1071-1081. 1.2 20

8452 Large-Scale Molecular Dynamics Simulation of the Dehydration of a Suspension of Smectite Clay
Nanoparticles. Journal of Physical Chemistry C, 2020, 124, 3702-3714. 1.5 66

8453 Orientational DNA binding and directed transport on nanomaterial heterojunctions. Nanoscale, 2020,
12, 5217-5226. 2.8 29

8454
Sum frequency generation, calculation of absolute intensities, comparison with experiments, and
two-field relaxation-based derivation. Proceedings of the National Academy of Sciences of the United
States of America, 2020, 117, 2805-2814.

3.3 9

8455 Enhanced Oil Recovery in High Salinity and Elevated Temperature Conditions with a Zwitterionic
Surfactant and Silica Nanoparticles Acting in Synergy. Energy &amp; Fuels, 2020, 34, 2893-2902. 2.5 31

8456 A Polarization-Consistent Model for Alcohols to Predict Solvation Free Energies. Journal of Chemical
Information and Modeling, 2020, 60, 1352-1367. 2.5 14

8457 Ion Permeability and Selectivity in Composite Nanochannels: Engineering through the End Effects.
Journal of Physical Chemistry C, 2020, 124, 4890-4898. 1.5 31

8458 Dielectric properties of the pore solution in cement-based materials. Journal of Molecular Liquids,
2020, 302, 112548. 2.3 20

8459 Reaction Energetics and <sup>13</sup>C Fractionation of Alanine Transamination in the Aqueous and
Gas Phases. Journal of Physical Chemistry A, 2020, 124, 2077-2089. 1.1 6

8460
System Size Dependence of Hydration-Shell Occupancy and Its Implications for Assessing the
Hydrophobic and Hydrophilic Contributions to Hydration. Journal of Physical Chemistry B, 2020, 124,
798-806.

1.2 8

8461 Spontaneous propulsion of a water nanodroplet induced by a wettability gradient: a molecular
dynamics simulation study. Physical Chemistry Chemical Physics, 2020, 22, 4805-4814. 1.3 12

8462 Morphology of Calcium Oxalate Polyhydrates: A Quantum Chemical and Computational Study. Crystal
Growth and Design, 2020, 20, 3807-3815. 1.4 17

8463 Stepwise Activation of Water by Open-Shell Interactions,
Cl(H<sub>2</sub>O)<sub><i>n</i>=4â€“8,17</sub>. Journal of Physical Chemistry A, 2020, 124, 3417-3437. 1.1 6



462

Citation Report

# Article IF Citations

8464 Hydration of Carboxyl Groups: A Route toward Molecular Recognition?. Journal of Physical
Chemistry B, 2020, 124, 4358-4364. 1.2 7

8465 Insights into Hydrophobic Ion Pairing from Molecular Simulation and Experiment. ACS Nano, 2020, 14,
6097-6106. 7.3 18

8466 Microscopic origin of breakdown of Stokesâ€“Einstein relation in binary mixtures: Inherent structure
analysis. Journal of Chemical Physics, 2020, 152, 164507. 1.2 10

8467 The effect of surface wrinkles on the properties of water in graphene slit pores. Molecular
Simulation, 2020, 46, 604-615. 0.9 3

8468 Nanoscale Correlations of Ice Adhesion Strength and Water Contact Angle. Coatings, 2020, 10, 379. 1.2 20

8469 Role of the Counterions in the Surface Tension of Aqueous Surfactant Solutions. A Computer
Simulation Study of Alkali Dodecyl Sulfate Systems. Colloids and Interfaces, 2020, 4, 15. 0.9 8

8470 Cavitation in lipid bilayers poses strict negative pressure stability limit in biological liquids.
Proceedings of the National Academy of Sciences of the United States of America, 2020, 117, 10733-10739. 3.3 16

8471 Structural insights on binding mechanism of CAD complexes (CPSase, ATCase and DHOase). Journal of
Biomolecular Structure and Dynamics, 2020, 39, 1-14. 2.0 2

8472 Ion Dynamics of Waterâ€•inâ€•Salt Electrolyte with Organic Solvents in Nanoporous Supercapacitor
Electrodes. ChemElectroChem, 2020, 7, 2048-2054. 1.7 6

8473
Binding of S. cerevisiae iso-1 cytochrome c and its surface lysine-to-alanine variants to cardiolipin:
charge effects and the role of the lipid to protein ratio. Journal of Biological Inorganic Chemistry,
2020, 25, 467-487.

1.1 12

8474
Rational Design of Mixed Solvent Systems for Acid-Catalyzed Biomass Conversion Processes Using a
Combined Experimental, Molecular Dynamics and Machine Learning Approach. Topics in Catalysis, 2020,
63, 649-663.

1.3 11

8475 Comparative Modeling of Ions and Solvent Properties in Ca-Na Montmorillonite by Atomistic
Simulations and Fluid Density Functional Theory. Clays and Clay Minerals, 2020, 68, 100-114. 0.6 3

8476 Atomistic insights into the effects of carbonyl oxygens in functionalized graphene nanopores on
Ca2+/Na+ sieving. Carbon, 2020, 164, 305-316. 5.4 12

8477 The nature of NaClâ€“H2O deep fluids from ab initio molecular dynamics at 0.5â€“4.5â€¯GPa, 20â€“800â€¯Â°C, and
1â€“14â€¯m NaCl. Geochimica Et Cosmochimica Acta, 2020, 277, 243-264. 1.6 3

8478 Molecular insight into the aggregation and dispersion behavior of modified nanoparticles. Journal of
Petroleum Science and Engineering, 2020, 191, 107193. 2.1 8

8479 Swelling Phenomena of the Nonswelling Clay Induced by CO<sub>2</sub> and Water Cooperative
Adsorption in Janus-Surface Micropores. Environmental Science &amp; Technology, 2020, 54, 5767-5773. 4.6 12

8480 Molecular Insights into the Abnormal Wetting Behavior of Ionic Liquids Induced by the Solidified
Ionic Layer. Industrial &amp; Engineering Chemistry Research, 2020, 59, 8028-8036. 1.8 14

8481
<sup>13</sup>C NMR Relaxation Analysis of Protein GB3 for the Assessment of Side Chain Dynamics
Predictions by Current AMBER and CHARMM Force Fields. Journal of Chemical Theory and
Computation, 2020, 16, 2896-2913.

2.3 14



463

Citation Report

# Article IF Citations

8482

Quantitative Prediction of the Structure and Viscosity of Aqueous Micellar Solutions of Ionic
Surfactants: A Combined Approach Based on Coarse-Grained MARTINI Simulations Followed by
Reverse-Mapped All-Atom Molecular Dynamics Simulations. Journal of Chemical Theory and
Computation, 2020, 16, 3363-3372.

2.3 17

8483 Lennard-Jones Parameters Determined to Reproduce the Solubility of NaCl and KCl in SPC/E, TIP3P, and
TIP4P/2005 Water. Journal of Chemical Theory and Computation, 2020, 16, 2460-2473. 2.3 44

8484 Inhibition of the activity of HIV-1 protease through antibody binding and mutations probed by
molecular dynamics simulations. Scientific Reports, 2020, 10, 5501. 1.6 16

8485 Assorted dysfunctions of endosomal alkali cation/proton exchanger SLC9A6 variants linked to
Christianson syndrome. Journal of Biological Chemistry, 2020, 295, 7075-7095. 1.6 13

8486 Towards molecular simulations that are transparent, reproducible, usable by others, and extensible
(TRUE). Molecular Physics, 2020, 118, e1742938. 0.8 22

8487 What Is the Value of Water Contact Angle on Silicon?. Materials, 2020, 13, 1554. 1.3 27

8488 PDADMAC/PSS Oligoelectrolyte Multilayers: Internal Structure and Hydration Properties at Early
Growth Stages from Atomistic Simulations. Molecules, 2020, 25, 1848. 1.7 5

8489 Electric Field Induced Dewetting of Hydrophobic Nanocavities at Ambient Temperature. Nanomaterials,
2020, 10, 736. 1.9 4

8490 Competing Dissolution Pathways and Ligand Passivation-Enhanced Interfacial Stability of Hybrid
Perovskites with Liquid Water. ACS Applied Materials &amp; Interfaces, 2020, 12, 23584-23594. 4.0 16

8491 Nanoscale Friction of Hydrophilic and Hydrophobic Self-Assembled Monolayers in Water. Tribology
Letters, 2020, 68, 1. 1.2 3

8492
Surface Potential and Interfacial Water Order at the Amorphous
TiO<sub>2</sub>Nanoparticle/Aqueous Interface. Journal of Physical Chemistry C, 2020, 124,
10961-10974.

1.5 25

8493 Chloride ions as integral parts of hydrogen bonded networks in aqueous salt solutions: the
appearance of solvent separated anion pairs. Physical Chemistry Chemical Physics, 2020, 22, 11038-11044. 1.3 18

8494 Sodium-salt adduct fullerenes prevent self-association and amyloid Î² fibril formation: molecular
dynamics approach. Soft Materials, 2020, 18, 335-347. 0.8 3

8495 Synthesis, characterization, Î±-glucosidase inhibition and molecular modeling studies of some
pyrazoline-1H-1,2,3-triazole hybrids. Journal of Molecular Structure, 2020, 1216, 128253. 1.8 47

8496 The electrochemical interface in first-principles calculations. Surface Science Reports, 2020, 75,
100492. 3.8 89

8497 Water desalination performance of h-BN and optimized charged graphene membranes. Microfluidics
and Nanofluidics, 2020, 24, 1. 1.0 14

8498 Multiscale Modeling to Predict the Hydrophobicity of an Experimentally Designed Coating. Journal of
Physical Chemistry C, 2020, 124, 9866-9875. 1.5 2

8499 Performance enhancement of graphene-coated micro heat pipes for light-emitting diode cooling.
International Journal of Heat and Mass Transfer, 2020, 154, 119687. 2.5 34



464

Citation Report

# Article IF Citations

8500 Relating Geometric Nanoconfinement and Local Molecular Environment to Diffusion in Ionic Polymer
Membranes. Macromolecules, 2020, 53, 3296-3305. 2.2 16

8501 Molecular Dynamics Study of Water Diffusivity in Graphene Nanochannels. International Journal of
Thermophysics, 2020, 41, 1. 1.0 13

8502 Free Energy and Dynamics of Organic-Coated Water Droplet Coalescence. Journal of Physical
Chemistry C, 2020, 124, 8749-8757. 1.5 12

8503 Competitive Interactions at Electrolyte/Octanol Interfaces: A Molecular Perspective. Journal of
Physical Chemistry C, 2020, 124, 10924-10934. 1.5 13

8504 Understanding Ion Mobility in P2VP/NMP+Iâ€“ Polymer Electrolytes: A Combined Simulation and
Experimental Study. Macromolecules, 2020, 53, 2783-2792. 2.2 12

8505 The Henry constant and isosteric heat at zero loading for adsorption on energetically heterogeneous
solids absolute versus excess. Chemical Engineering Journal, 2020, 395, 125035. 6.6 7

8506
Improved coarse-grain model to unravel the phase behavior of 1-alkyl-3-methylimidazolium-based ionic
liquids through molecular dynamics simulations. Journal of Colloid and Interface Science, 2020, 574,
324-336.

5.0 28

8507
pH-Dependent adsorption of aromatic compounds on graphene oxide: An experimental, molecular
dynamics simulation and density functional theory investigation. Journal of Hazardous Materials,
2020, 395, 122680.

6.5 48

8508 A molecular to macro level assessment of direct contact membrane distillation for separating
organics from water. Journal of Membrane Science, 2020, 608, 118140. 4.1 23

8509 Understanding the absorption spectrum of mesityl oxide dye in solvents of different polarities.
Journal of Molecular Liquids, 2020, 307, 112924. 2.3 10

8510
On the Thermal Stability of O<sup>6</sup>-Methylguanine-DNA Methyltransferase from Archaeon
<i>Pyrococcus kodakaraensis</i> by Molecular Dynamics Simulations. Journal of Chemical
Information and Modeling, 2020, 60, 2138-2154.

2.5 8

8511 Kernel-Based Machine Learning for Efficient Simulations of Molecular Liquids. Journal of Chemical
Theory and Computation, 2020, 16, 3194-3204. 2.3 44

8512 Nonadiabatic Dynamics of Charge-Transfer States Using the Anthraceneâ€“Tetracyanoethylene Complex
as a Prototype. Journal of Physical Chemistry A, 2020, 124, 3347-3357. 1.1 13

8513 Orientational Relaxation of Poly(propylene imine) Dendrimers at Different pH. Journal of Physical
Chemistry B, 2020, 124, 4193-4202. 1.2 4

8514 Gas Phase Protein Folding Triggered by Proton Stripping Generates Inside-Out Structures: A Molecular
Dynamics Simulation Study. Journal of Physical Chemistry B, 2020, 124, 3667-3677. 1.2 12

8515 Non-bonded force field model with advanced restrained electrostatic potential charges (RESP2).
Communications Chemistry, 2020, 3, . 2.0 98

8516 Effects of pore size on water dynamics in mesoporous silica. Journal of Chemical Physics, 2020, 152,
154704. 1.2 23

8517 Experimental study of water thermodynamics up to 1.2 GPa and 473 K. Journal of Chemical Physics,
2020, 152, 154501. 1.2 6



465

Citation Report

# Article IF Citations

8518 Bidirectional regulation of configuration of the carbon nanotube containing a water droplet.
Nanotechnology, 2020, 31, 295603. 1.3 1

8519 Mass and Momentum Transfer Considerations for Oil Displacement in Source Rocks Using
Microemulsion Solutions. Fluids, 2020, 5, 44. 0.8 5

8520
Aggregation features of partially unfolded bovine serum albumin modulated by hydrogenated and
fluorinated surfactants: Molecular dynamics insights and experimental approaches. Journal of
Colloid and Interface Science, 2020, 572, 9-21.

5.0 11

8521
Targeting SARS-CoV-2: a systematic drug repurposing approach to identify promising inhibitors against
3C-like proteinase and 2â€²-O-ribose methyltransferase. Journal of Biomolecular Structure and Dynamics,
2021, 39, 2679-2692.

2.0 209

8522
Protein dynamics and molecular motions study in relation to molecular interaction between proteins
from sulfur oxidizing proteobacteria Allochromatium vinosum. Journal of Biomolecular Structure
and Dynamics, 2021, 39, 2771-2787.

2.0 1

8523 Computational elucidation and validation of the three-dimensional structure of humanized aldolase
catalytic antibody 38C2. Journal of Biomolecular Structure and Dynamics, 2021, 39, 2463-2477. 2.0 1

8524 Free energy profiles of adsorption of surfactant micelles at metal-water interfaces. Molecular
Simulation, 2021, 47, 420-427. 0.9 7

8525 A new analogue of islet neogenesis associated protein with higher structural and plasma stability.
Journal of Biomolecular Structure and Dynamics, 2021, 39, 766-776. 2.0 4

8526 Molecular dynamics simulation of water-based nanofluids viscosity. Journal of Thermal Analysis and
Calorimetry, 2021, 145, 2983-2990. 2.0 12

8527
Comparison of the effect of poly(N-vinyl caprolactam) and poly(N-isopropyl acrylamide) trimers on
the stability of hydrated Na-montmorillonite: A molecular dynamics study. Polymers and Polymer
Composites, 2021, 29, 748-762.

1.0 0

8528
Structural and molecular bases of angiotensin-converting enzyme inhibition by bovine casein-derived
peptides: an <i>in silico</i> molecular dynamics approach. Journal of Biomolecular Structure and
Dynamics, 2021, 39, 1386-1403.

2.0 4

8529 Aggregation of Lipid A Variants: A Hybrid Particle-Field Model. Biochimica Et Biophysica Acta - General
Subjects, 2021, 1865, 129570. 1.1 15

8530 A neural network interface for DL_POLY and its application to liquid water. Molecular Simulation,
2021, 47, 113-118. 0.9 4

8531 Methane hydrate clathrates: effects in the simulation of melting arising from the assumption of
simple combining rules in interatomic potentials. Molecular Simulation, 2021, 47, 161-169. 0.9 0

8532 DL_MONTE: a multipurpose code for Monte Carlo simulation. Molecular Simulation, 2021, 47, 131-151. 0.9 19

8533 Just type <tt>polyana</tt> and press Enter: a post-processing application designed with simplicity of
use in mind. Molecular Simulation, 2021, 47, 284-291. 0.9 2

8534 Effect of imidazolium based ionic liquids on CO-association dynamics and thermodynamic stability of
Ferrocytochrome c. Biophysical Chemistry, 2021, 268, 106497. 1.5 2

8535 Complementary experimental and computational analysis of the effects of non-ionic detergents and
phospholipids on insulin amyloid aggregation. Colloids and Surfaces B: Biointerfaces, 2021, 197, 111428. 2.5 5



466

Citation Report

# Article IF Citations

8536 CCS: A software framework to generate two-body potentials using Curvature Constrained Splines.
Computer Physics Communications, 2021, 258, 107602. 3.0 5

8537 Effects of zwitterionic surfactant adsorption on the component distribution in the crude oil
droplet: A molecular simulation study. Fuel, 2021, 283, 119252. 3.4 36

8538 Molecular modeling of three-dimensional structure of hTRPV4 protein and experimental verification
of its antagonist binding sites. Journal of Molecular Structure, 2021, 1227, 129421. 1.8 2

8539 Molecular dynamics study of sessile ionic nanodroplet under external electric field. Chemical
Engineering Science, 2021, 229, 116143. 1.9 14

8540
Understanding the flocculation mechanism of quartz and kaolinite with polyacrylamide in seawater:
A molecular dynamics approach. Colloids and Surfaces A: Physicochemical and Engineering Aspects,
2021, 608, 125576.

2.3 34

8541 Spreading of a nanodroplet over isothermally heated smooth and nanostructured surfaces: A
molecular dynamics study. International Journal of Thermal Sciences, 2021, 159, 106649. 2.6 9

8542 Dynamics of nonpolar molecules in dimethyl-imidazolium chloride. Journal of Molecular Liquids,
2021, 322, 114547. 2.3 5

8543 Sequence specific hydrogen bond of DNA with denaturants affects its stability: Spectroscopic and
simulation studies. Biochimica Et Biophysica Acta - General Subjects, 2021, 1865, 129735. 1.1 10

8544 Molecular dynamics simulations of the colloidal interaction between smectite clay nanoparticles in
liquid water. Journal of Colloid and Interface Science, 2021, 584, 610-621. 5.0 43

8545 Self-consistent electrostatic embedding for liquid phase polarization. Journal of Molecular Liquids,
2021, 322, 114550. 2.3 7

8546 Atomic interactions between rock substrate and water-sand mixture with and without graphene
nanosheets via molecular dynamics simulation. Journal of Molecular Liquids, 2021, 323, 114610. 2.3 6

8547 Anomalously enhanced thermal performance of carbon-nanotubes coated micro heat pipes. Energy,
2021, 214, 118909. 4.5 20

8548 Atomistic modeling and rational design of optothermal tweezers for targeted applications. Nano
Research, 2021, 14, 295-303. 5.8 23

8549 Molecular simulation study on the wettability of a surface corrugated with trapezoidal nanopillars.
Applied Surface Science, 2021, 537, 147918. 3.1 12

8550 Thermodynamics and kinetics of cationic/anionic dyes adsorption on cross-linked chitosan. Journal of
Molecular Liquids, 2021, 322, 114507. 2.3 30

8551 Understanding the breakup mechanism of a droplet under a DC electric field with molecular dynamics
simulations and weak interaction analysis. Journal of Molecular Liquids, 2021, 321, 114475. 2.3 25

8552 Diffusivity of Î±-, Î²-, Î³-cyclodextrin and the inclusion complex of Î²-cyclodextrin: Ibuprofen in aqueous
solutions; A molecular dynamics simulation study. Fluid Phase Equilibria, 2021, 528, 112842. 1.4 30

8553 Computational investigation of a switchable emulsion stabilized by the mixture of a surfactant and
tertiary amine. Physical Chemistry Chemical Physics, 2021, 23, 368-377. 1.3 6



467

Citation Report

# Article IF Citations

8554
Structure and dynamics of an aqueous solution containing poly-(acrylic acid) and non-ionic
surfactant octaethylene glycol <i>n</i>-decyl ether (C<sub>10</sub>E<sub>8</sub>) aggregates and
their complexes investigated by molecular dynamics simulations. Soft Matter, 2021, 17, 670-687.

1.2 2

8555 Multiscale molecular dynamics simulation study of polyoxyethylated alcohols self-assembly in
emulsion systems. Chemical Engineering Science, 2021, 231, 116252. 1.9 13

8556 Machine learning potentials for tobermorite minerals. Computational Materials Science, 2021, 188,
110173. 1.4 15

8557 Effect of DC electric field on coalescence and breakup behaviors of binary emulsion nanodroplets.
Journal of Molecular Liquids, 2021, 323, 114939. 2.3 8

8558 Swelling pressure of montmorillonite with multiple water layers at elevated temperatures and water
pressures: A molecular dynamics study. Applied Clay Science, 2021, 201, 105924. 2.6 21

8559 CO2 solubility in brine in silica nanopores in relation to geological CO2 sequestration in tight
formations: Effect of salinity and pH. Chemical Engineering Journal, 2021, 411, 127626. 6.6 37

8560 IR spectroscopy of condensed phase systems: Can the environment induce vibrational mode coupling?.
Chemical Physics Letters, 2021, 763, 138168. 1.2 6

8561 The influence of binary mixtures' structuring on the calculation of Kirkwood-Buff integrals: A
molecular dynamics study. Journal of Molecular Liquids, 2021, 324, 114773. 2.3 3

8562
Molecular dynamics simulation concerning nanofluid boiling phenomenon affected by the external
electric field: Effects of number of nanoparticles through Pt, Fe, and Au microchannels. Journal of
Molecular Liquids, 2021, 324, 114775.

2.3 16

8563 Selected water thermal properties from molecular dynamics for engineering purposes. Journal of
Molecular Liquids, 2021, 324, 114703. 2.3 15

8564 Conductance Study of Aerosol-OT in Binary Mixed Solvents of Short-Chain Alcoholâ€“Water Systems at
Various Temperatures. Journal of Chemical &amp; Engineering Data, 2021, 66, 65-78. 1.0 8

8565
Temperature dependence of the contact angle of water: A review of research progress, theoretical
understanding, and implications for boiling heat transfer. Advances in Colloid and Interface Science,
2021, 288, 102339.

7.0 54

8566 Taking a closer look: A molecular-dynamics investigation of microscopic and apparent dynamic
contact angles. Journal of Colloid and Interface Science, 2021, 587, 311-323. 5.0 25

8567 Structural and dynamical properties of water in surfactant-like peptide-based nanotubes: Effect of
pore size, tube length and charge. Journal of Molecular Liquids, 2021, 323, 115033. 2.3 7

8568 A detailed computational study on binding of kinase inhibitors into Î²-cyclodextrin: inclusion complex
formation. Molecular Systems Design and Engineering, 2021, 6, 80-92. 1.7 14

8569 Comparison of molecular heat transfer mechanisms between water and ammonia in the liquid states.
International Journal of Thermal Sciences, 2021, 161, 106762. 2.6 8

8570 Kinetic and thermodynamic analysis defines roles for two metal ions in DNA polymerase specificity and
catalysis. Journal of Biological Chemistry, 2021, 296, 100184. 1.6 11

8571
Inhibition of Silica Nanoparticle Adhesion to Poly(vinyl alcohol) Surfaces by Ammonia-Mediated
Hydration: Implications for Effective Post-Chemicalâ€“Mechanical Planarization Cleaning. ACS Applied
Nano Materials, 2021, 4, 71-83.

2.4 7



468

Citation Report

# Article IF Citations

8572 Characterization of an anionic membrane mimetic with natural phospholipid content and magnetic
orienting capabilities. Journal of Molecular Liquids, 2021, 323, 114616. 2.3 1

8573 Studying the mechanism of phase separation in aqueous solutions of globular proteins <i>via</i>
molecular dynamics computer simulations. Physical Chemistry Chemical Physics, 2021, 23, 415-424. 1.3 5

8574 Mechanical Activation of MscL Revealed by a Locally Distributed Tension Molecular Dynamics
Approach. Biophysical Journal, 2021, 120, 232-242. 0.2 13

8575 Effect of dimethyl carbonate on the behavior of water confined in carbon nanotube. Chinese Journal
of Chemical Engineering, 2021, 31, 177-185. 1.7 2

8576 Molecular dynamics study of confined water in the periclase-brucite system under conditions of
reaction-induced fracturing. Geochimica Et Cosmochimica Acta, 2021, 294, 13-27. 1.6 11

8577 Molecular dynamics simulation of the adsorption of per- and polyfluoroalkyl substances (PFASs) on
smectite clay. Journal of Colloid and Interface Science, 2021, 585, 337-346. 5.0 41

8578 Molecular Dynamics Study on CO<sub>2</sub> Storage in Water-Filled Kerogen Nanopores in Shale
Reservoirs: Effects of Kerogen Maturity and Pore Size. Langmuir, 2021, 37, 542-552. 1.6 33

8579 Insight into the Microcosm of the Human Growth Hormone and Its Interactions with Polymers and
Copolymers: A Molecular Dynamics Perspective. Langmuir, 2021, 37, 90-104. 1.6 1

8580 Computational Screening of the Physical Properties of Waterâ€•inâ€•Salt Electrolytes**. Batteries and
Supercaps, 2021, 4, 646-652. 2.4 19

8581 Ion Solvation and Water Structure in an Aqueous Sodium Chloride Solution in the Gigapascal
Pressure Range. Journal of Physical Chemistry Letters, 2021, 12, 250-256. 2.1 16

8582
Fluorinated metal organic frameworks, MFFIVE-Ni-L (M = Fe/Al, L = pyr), with coordinatively
unsaturated metal site for CO<sub>2</sub> separation from flue gas in the presence of humidity by
computational methods. Dalton Transactions, 2021, 50, 466-471.

1.6 13

8583 United atom model via interactions with explicit water (UAMI-EW): Alcohols and ketones. Journal of
Molecular Liquids, 2021, 323, 114576. 2.3 5

8584 Wetting behavior of aqueous 1-alkyl-3-methylimidazolium tetrafluoroborate {[Cn MIM][BF4] (nÂ =Â 2, 4,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 262 Td (6)} on graphite surface. Chemical Engineering Science, 2021, 229, 116078.1.9 9

8585 Interfacial behavior of binary, ternary and quaternary oil/water mixtures described from molecular
dynamics simulations. Journal of Molecular Liquids, 2021, 324, 114661. 2.3 7

8586 Adsorption of Benzoic Acid: Structural Organization on the Surfaces of Pristine and Functionalized
Single-Walled Carbon Nanotubes. ACS ES&T Water, 2021, 1, 251-258. 2.3 2

8587 Exploring the role of hydrophilic amino acids in unfolding of protein in aqueous ethanol solution.
Proteins: Structure, Function and Bioinformatics, 2021, 89, 116-125. 1.5 9

8588 Finite-size effects of diffusion coefficients computed from molecular dynamics: a review of what we
have learned so far. Molecular Simulation, 2021, 47, 831-845. 0.9 87

8589 Molecular dynamic study on structural and dynamic properties of water, counter-ions and
polyethylene glycols in Na-montmorillonite interlayers. Applied Surface Science, 2021, 536, 147700. 3.1 16



469

Citation Report

# Article IF Citations

8590 Self-assembly of the surfactant mixtures on graphene in the presence of electrolyte: a molecular
simulation study. Adsorption, 2021, 27, 69-79. 1.4 3

8591
Structural heterogeneity in RNA recognition motif 2 (RRM2) of TAR DNA-binding protein 43 (TDP-43):
clue to amyotrophic lateral sclerosis. Journal of Biomolecular Structure and Dynamics, 2021, 39,
357-367.

2.0 19

8592 Salt ions induced transport properties of poly(methacrylic acid) PMA in aqueous solutions studied by
molecular dynamics simulations. Materials Today: Proceedings, 2021, 44, 2380-2385. 0.9 3

8593
Interplay of physically different properties leading to challenges in separating lanthanide cations â€“
an <i>ab initio</i> molecular dynamics and experimental study. Physical Chemistry Chemical Physics,
2021, 23, 5750-5759.

1.3 3

8594 Performance of protein-ligand docking with CDK4/6 inhibitors: a case study. Mathematical Biosciences
and Engineering, 2021, 18, 456-470. 1.0 2

8595 Ð¡Ð¿ÐµÑ†Ð¸Ñ„Ð¸Ñ‡ÐµÑ•ÐºÐ¸Ðµ Ñ•Ñ„Ñ„ÐµÐºÑ‚Ñ‹ Ð°Ð½Ð¸Ð¾Ð½Ð¾Ð² Ð½Ð° Ñ‰ÐµÐ»Ð¾Ñ‡Ð½Ð¾Ðµ Ñ•Ð¾Ñ•Ñ‚Ð¾Ñ•Ð½Ð¸Ðµ Ñ†Ð¸Ñ‚Ð¾Ñ…Ñ€Ð¾Ð¼Ð° c. Biochemistry, 2021, 86, 73-88.0.0 0

8596 Conformation-induced vibrational spectral dynamics of hydrogen peroxide and vicinal water
molecules. Physical Chemistry Chemical Physics, 2021, 23, 6665-6676. 1.3 10

8597 Adsorption of metallic ions from aqueous solution on surfactant aggregates: a molecular dynamics
study. Condensed Matter Physics, 2021, 24, 23601. 0.3 1

8598 Solvent extraction in extended hydrogen bonded fluids â€“ separation of Pt(<scp>iv</scp>) from
Pd(<scp>ii</scp>) using TOPO-based type V DES. Green Chemistry, 2021, 23, 4540-4550. 4.6 16

8599
Conformational energies and equilibria of cyclic dinucleotides<i>in vacuo</i>and in solution:
computational chemistry<i>vs.</i>NMR experiments. Physical Chemistry Chemical Physics, 2021, 23,
7280-7294.

1.3 5

8600
Molecular dynamics study of wetting of alkanes on water: from high temperature to the supercooled
region and the influence of second inflection points of interfacial tensions. Physical Chemistry
Chemical Physics, 2021, 23, 14465-14476.

1.3 4

8601 Effect of molecular structure on synergism in mixed zwitterionic/anionic surfactant system: An
experimental and simulation study. Journal of Molecular Liquids, 2021, 322, 114933. 2.3 31

8602
Coarse-grained force-field for large scale molecular dynamics simulations of polyacrylamide and
polyacrylamide-gels based on quantum mechanics. Physical Chemistry Chemical Physics, 2021, 23,
10909-10918.

1.3 3

8603 Nanoscale Hydration in Layered Manganese Oxides. Langmuir, 2021, 37, 666-674. 1.6 16

8604 Ion Adsorption at Solid/Water Interfaces: Establishing the Coupled Nature of Ionâ€“Solid and
Waterâ€“Solid Interactions. Journal of Physical Chemistry C, 2021, 125, 2666-2679. 1.5 12

8605 Hydration Thermodynamics of the N-Terminal FAD Mutants of Amyloid-Î². Journal of Chemical
Information and Modeling, 2021, 61, 298-310. 2.5 7

8606 Adsorption of Pharmaceuticals onto Smectite Clay Minerals: A Combined Experimental and Theoretical
Study. Minerals (Basel, Switzerland), 2021, 11, 62. 0.8 15

8607 Molecular dynamics simulation of lithium fluoride in aqueous solutions at different temperatures
300 K â€“ 360 K. E3S Web of Conferences, 2021, 229, 01045. 0.2 1



470

Citation Report

# Article IF Citations

8608 Study on the relationship between hydrogen bond network dynamics of water and its terahertz
spectrum. Wuli Xuebao/Acta Physica Sinica, 2021, . 0.2 7

8609 Geometry transformation of ionic surfactants and adsorption behavior on water/n-decane-interface:
calculation by molecular dynamics simulation and DFT study. RSC Advances, 2021, 11, 28286-28294. 1.7 6

8610
Theoretical investigation of the S<sub>N</sub>2 mechanism of X<sup>âˆ’</sup> [X = SH,
PH<sub>2</sub>] + CH<sub>3</sub>Y [Y = F, Cl, Br, I] reactions in water. Physical Chemistry Chemical
Physics, 2021, 23, 23267-23273.

1.3 4

8611 Replacing thymine with a strongly pairing fifth Base: A combined quantum mechanics and molecular
dynamics study. Computational and Structural Biotechnology Journal, 2021, 19, 1312-1324. 1.9 12

8612 The interactions of folate with the enzyme furin: a computational study. RSC Advances, 2021, 11,
23815-23824. 1.7 6

8613 Anomalously Low Dielectric Constant of Ordered Interfacial Water. Journal of Physical Chemistry
Letters, 2021, 12, 931-937. 2.1 20

8614 Using Open Data to Rapidly Benchmark Biomolecular Simulations: Phospholipid Conformational
Dynamics. Journal of Chemical Information and Modeling, 2021, 61, 938-949. 2.5 24

8615 Dielectric relaxation of water: assessing the impact of localized modes, translational diffusion, and
collective dynamics. Physical Chemistry Chemical Physics, 2021, 23, 20875-20882. 1.3 11

8616 Behavior of water confined between hydrophobic surfaces with grafted segments. Colloids and
Interface Science Communications, 2021, 40, 100355. 2.0 3

8617 Proline isomerization effects in the amyloidogenic protein Î²<sub>2</sub>-microglobulin. Physical
Chemistry Chemical Physics, 2021, 23, 356-367. 1.3 8

8618 The transport of a charged peptide through carbon nanotubes under an external electric field: a
molecular dynamics simulation. RSC Advances, 2021, 11, 23589-23596. 1.7 1

8619 Advances in nanofluidics for water purification and filtration: molecular dynamics (MD) perspective.
Environmental Science: Nano, 2021, 8, 2120-2151. 2.2 9

8620 Automation of absolute protein-ligand binding free energy calculations for docking refinement and
compound evaluation. Scientific Reports, 2021, 11, 1116. 1.6 49

8621 Nano-Porous Graphene as Free-Standing Membranes. Springer Series on Polymer and Composite
Materials, 2021, , 43-86. 0.5 2

8622 Thermo-osmosis in hydrophilic nanochannels: mechanism and size effect. Nanoscale, 2021, 13, 1696-1716. 2.8 21

8623 Spontaneous DNA translocation through a van der Waals heterostructure nanopore for
single-molecule detection. Nanoscale Advances, 2021, 3, 5941-5947. 2.2 12

8624 Contact Ion Pairs in the Bulk Affect Anion Interactions with Poly(<i>N</i>-isopropylacrylamide).
Journal of Physical Chemistry B, 2021, 125, 680-688. 1.2 9

8625 Does Expanding or Contracting MgO Lattice Really Help with Corrosion Resistance of Mg Surface:
Insights from Molecular Dynamics Simulations. ACS Omega, 2021, 6, 1099-1107. 1.6 1



471

Citation Report

# Article IF Citations

8626 Phosphorothioate Substitutions in RNA Structure Studied by Molecular Dynamics Simulations,
QM/MM Calculations, and NMR Experiments. Journal of Physical Chemistry B, 2021, 125, 825-840. 1.2 11

8627 Elucidating Solution Structures of Cyclic Peptides Using Molecular Dynamics Simulations. Chemical
Reviews, 2021, 121, 2292-2324. 23.0 45

8628 Probing the structural properties of the water solvation shell around gold nanoparticles: A
computational study. Journal of Chemical Physics, 2021, 154, 044706. 1.2 4

8629 Computer Simulation and Experimental Studies of Various Environmental Gases (NH3, CH2O, SO2, H2S,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 622 Td (Benzene, Water) on Carbon Materials. Engineering Materials, 2021, , 79-111.0.3 2

8630 Biomolecular Talksâ€”Part 1: A Theoretical Revisit on Molecular Modeling and Docking Approaches. ,
2021, , 31-55. 3

8631 Phase transitions in nanostructured water confined in carbon nanotubes by external electric and
magnetic fields: a molecular dynamics investigation. RSC Advances, 2021, 11, 10532-10539. 1.7 2

8632
Molecular dynamics simulations studies of transport properties of sodium-(polymethacrylate)
(Na+-PMA) in aqueous solutions â€“ Effect of salt concentration. Materials Today: Proceedings, 2021, 43,
3085-3090.

0.9 1

8633 Electrowetting-on-dielectric-induced nanodroplet splitting between two parallel plates.
Microfluidics and Nanofluidics, 2021, 25, 1. 1.0 4

8634 The role of entrance functionalization in carbon nanotube-based nanofluidic systems: An intrinsic
challenge. Physics of Fluids, 2021, 33, . 1.6 9

8635
Structure, dynamics, and morphology of nanostructured water confined between parallel graphene
surfaces and in carbon nanotubes by applying magnetic and electric fields. Soft Matter, 2021, 17,
3085-3095.

1.2 2

8636 Anion-Specific Effects on the Alkaline State of Cytochrome c. Biochemistry (Moscow), 2021, 86, 59-73. 0.7 2

8637 Balancing the structural, vibrational and dielectric properties of an advanced flexible water model.
Chemical Physics Letters, 2021, 762, 138172. 1.2 1

8638 Effect of the Water Model in Simulations of Proteinâ€“Protein Recognition and Association. Polymers,
2021, 13, 176. 2.0 10

8639 A molecular dynamics simulation study of osmolyte effects on solution conformations of
[Met]-enkephalin. AIP Conference Proceedings, 2021, , . 0.3 0

8640
High-performing composite membrane based on dopamine-functionalized graphene oxide incorporated
two-dimensional MXene nanosheets for water purification. Journal of Materials Science, 2021, 56,
6814-6829.

1.7 33

8641
The structure of aqueous solutions of hexafluoro-iso-propanol studied by neutron diffraction with
hydrogen/deuterium isotope substitution and empirical potential structure refinement modeling.
Physical Chemistry Chemical Physics, 2021, 23, 13561-13573.

1.3 2

8642 Mechanism and Electronic Perspective of Oxygen Evolution Reactions Catalyzed by [Fe(OTf)2(bpbp)].
Journal of Physical Chemistry C, 2021, 125, 1313-1322. 1.5 8

8643 Insights into the structure and ionic transport in â€˜water-in-bisaltâ€™ electrolytes for lithium-ion
batteries. Materials Advances, 2021, 2, 7691-7700. 2.6 4



472

Citation Report

# Article IF Citations

8644 Quantum-mechanical exploration of the phase diagram of water. Nature Communications, 2021, 12, 588. 5.8 32

8645
A new one-site coarse-grained model for water: Bottom-up many-body projected water (BUMPer). II.
Temperature transferability and structural properties at low temperature. Journal of Chemical
Physics, 2021, 154, 044105.

1.2 17

8646 Microscopic insights into water adsorption in carbon nanopores â€“ the role of acidic and basic
functional groups and their configurations. Physical Chemistry Chemical Physics, 2021, 23, 18369-18377. 1.3 6

8647 A new one-site coarse-grained model for water: Bottom-up many-body projected water (BUMPer). I.
General theory and model. Journal of Chemical Physics, 2021, 154, 044104. 1.2 21

8648 Electric field-induced gas dissolving in aqueous solutions. Journal of Chemical Physics, 2021, 154,
024705. 1.2 20

8649 The impact of framework flexibility and defects on the water adsorption in CAU-10-H. Physical
Chemistry Chemical Physics, 2021, 23, 21329-21337. 1.3 17

8650 Ionic Surfactants at Air/Water and Oil/Water Interfaces: A Comparison Based on Molecular Dynamics
Simulations. Journal of Physical Chemistry B, 2021, 125, 406-415. 1.2 36

8651
Self-assembly, interfacial properties, interactions with macromolecules and molecular modelling and
simulation of microbial bio-based amphiphiles (biosurfactants). A tutorial review. Green Chemistry,
2021, 23, 3842-3944.

4.6 61

8652 When do short-range atomistic machine-learning models fall short?. Journal of Chemical Physics,
2021, 154, 034111. 1.2 61

8653 Universal features in the lifetime distribution of clusters in hydrogen-bonding liquids. Physical
Chemistry Chemical Physics, 2021, 23, 19537-19546. 1.3 10

8654 Initial-position-driven opposite directional transport of a water droplet on a wedge-shaped groove.
Nanoscale, 2021, 13, 15963-15972. 2.8 7

8655 Characteristics of Surface Diffusion and Effective Pore Diffusion in Reversed-Phase Liquid
Chromatography from Molecular Dynamics Simulations. , 2021, , 105-116. 0

8656 Single-Particle Dynamics at the Intrinsic Surface of Aqueous Alkali Halide Solutions. Journal of
Physical Chemistry B, 2021, 125, 665-679. 1.2 6

8657 Thermal conductivity of aqueous solutions of reline, ethaline, and glyceline deep eutectic solvents; a
molecular dynamics simulation study. Molecular Physics, 2021, 119, . 0.8 13

8658 Water distribution in confined space of single-wall carbon nanotube. Wuli Xuebao/Acta Physica
Sinica, 2021, . 0.2 2

8659 Convergence behaviour of solvation shells in simulated liquids. Physical Chemistry Chemical Physics,
2021, 23, 4892-4900. 1.3 4

8661 Iterative integral equation methods for structural coarse-graining. Journal of Chemical Physics, 2021,
154, 084118. 1.2 6

8662 Ectopic positioning of the cell division plane is associated with single amino acid substitutions in the
FtsZ-recruiting SsgB in <i>Streptomyces</i>. Open Biology, 2021, 11, 200409. 1.5 6



473

Citation Report

# Article IF Citations

8663 Controlling Wetting Properties on Nanostructure Surfaces by the Coupled Effect of the Structural
Parameter and Roughness Factor. Current Nanoscience, 2021, 16, 955-966. 0.7 3

8664 NaCl aggregation in water at elevated temperatures and pressures: Comparison of classical force
fields. Journal of Chemical Physics, 2021, 154, 064503. 1.2 10

8665 Effects of Doped N, B, P, and S Atoms on Graphene toward Oxygen Evolution Reactions. ACS Omega,
2021, 6, 5368-5378. 1.6 15

8666 Structural and dynamical fingerprints of the anomalous dielectric properties of water under
confinement. Physical Review Materials, 2021, 5, . 0.9 10

8667 Abnormal Dielectric Constant of Nanoconfined Water between Graphene Layers in the Presence of
Salt. Journal of Physical Chemistry B, 2021, 125, 1604-1610. 1.2 19

8668 Nanotube Active Water Pump Driven by Alternating Hydrophobicity. ACS Nano, 2021, 15, 2481-2489. 7.3 14

8669 Nanoconfinement Effects on the Kapitza Resistance at Waterâ€“CNT Interfaces. Langmuir, 2021, 37,
2355-2361. 1.6 18

8671 Cellâ€•Penetrating Peptides: Correlation between Peptideâ€•Lipid Interaction and Penetration Efficiency.
ChemPhysChem, 2021, 22, 493-498. 1.0 10

8672 Computational identification of potential lead molecules targeting rho receptor of <i>Neisseria
gonorrhoeae</i>. Journal of Biomolecular Structure and Dynamics, 2022, 40, 6415-6425. 2.0 2

8673 A combined theoretical and experimental investigation on the wettability of MWCNT filled
PVAc-g-PDMS easy-clean coating. Progress in Organic Coatings, 2021, 151, 106092. 1.9 22

8674 Molecular Insight into the Adsorption Thermodynamics and Interfacial Behavior of GOs at the
Liquidâ€“Liquid Interface. Journal of Physical Chemistry B, 2021, 125, 1924-1935. 1.2 9

8675 Reactive uptake of N <sub>2</sub> O <sub>5</sub> by atmospheric aerosol is dominated by interfacial
processes. Science, 2021, 371, 921-925. 6.0 71

8676 Parameterization of Monovalent Ions for the OPC3, OPC, TIP3P-FB, and TIP4P-FB Water Models. Journal
of Chemical Information and Modeling, 2021, 61, 869-880. 2.5 81

8677 A computational insight into the relationship between side chain IR line shapes and local environment
in fibril-like structures. Journal of Chemical Physics, 2021, 154, 084105. 1.2 1

8678 Molecular dynamics simulation study on the isomerization reaction in a solvent with slow
structural relaxation. Chemical Physics, 2021, 542, 111056. 0.9 1

8679 Resolving the Equal Number Density Puzzle: Molecular Picture from Simulations of LiCl(aq) and
NaCl(aq). Journal of Physical Chemistry B, 2021, 125, 3153-3162. 1.2 12

8680 Molecular Polarizabilities in Aqueous Systems from First-Principles. Journal of Physical Chemistry B,
2021, 125, 2183-2192. 1.2 4

8681 Heat Conduction Performance over a Poly(ethylene glycol) Self-Assembled Monolayer/Water
Interface: A Molecular Dynamics Study. Journal of Physical Chemistry B, 2021, 125, 1896-1905. 1.2 8



474

Citation Report

# Article IF Citations

8682 Hydrogen Bonding and Its Effect on the Orientational Dynamics of Water Molecules inside
Polyelectrolyte Brush-Induced Soft and Active Nanoconfinement. Macromolecules, 2021, 54, 2011-2021. 2.2 11

8683 Simultaneous Inhibition of SARS-CoV-2 Entry Pathways by Cyclosporine. ACS Chemical Neuroscience,
2021, 12, 930-944. 1.7 20

8684 Modeling the current modulation of bundled DNA structures in nanopores. Journal of Chemical
Physics, 2021, 154, 054901. 1.2 4

8686 Molecular Dynamics Simulation of Wetting Behavior: Contact Angle Dependency on Water Potential
Models. Indonesian Chemical Society Physical Chemistry, 2021, 1, 10. 0.0 3

8687 Insights into Interactions between Interleukin-6 and Dendritic Polyglycerols. International Journal of
Molecular Sciences, 2021, 22, 2415. 1.8 6

8688 Cation-Dependent Interfacial Structures and Kinetics for Outer-Sphere Electron-Transfer Reactions.
Journal of Physical Chemistry C, 2021, 125, 4397-4411. 1.5 38

8689 Wall friction should be decoupled from fluid viscosity for the prediction of nanoscale flow. Journal
of Chemical Physics, 2021, 154, 074709. 1.2 19

8690 Adsorption and removal of metal ions by smectites nanoparticles: Mechanistic aspects, and impacts of
charge location and edge structure. Applied Clay Science, 2021, 201, 105957. 2.6 32

8691 The Influence of Spectator Cations on Solvent Reorganization Energy Is a Short-Range Effect. Journal
of Physical Chemistry B, 2021, 125, 1429-1438. 1.2 3

8692 Insight into formation propensity of pseudocircular DNA G-hairpins. Nucleic Acids Research, 2021, 49,
2317-2332. 6.5 7

8693 Pressure-Dependent Structure of Methanolâ€“Water Mixtures up to 1.2 GPa: Neutron Diffraction
Experiments and Molecular Dynamics Simulations. Molecules, 2021, 26, 1218. 1.7 2

8694 Structures and dynamic hydration of CaSO4 clusters in supersaturated solutions: A molecular
dynamics simulation study. Journal of Molecular Liquids, 2021, 324, 115104. 2.3 9

8695 Confinement Effect on Heterogeneous Electron Transfer in Aqueous Solutions inside Conducting
Nanotubes. ChemElectroChem, 2021, 8, 563-569. 1.7 7

8697 Toward efficient generation, correction, and properties control of unique drugâ€•like structures.
Journal of Computational Chemistry, 2021, 42, 746-760. 1.5 7

8698 An unbiased approach to defining bona fide cancer neoepitopes that elicit immune-mediated cancer
rejection. Journal of Clinical Investigation, 2021, 131, . 3.9 22

8699
Artificially expanded genetic information systems (AEGISs) as potent inhibitors of the RNA-dependent
RNA polymerase of the SARS-CoV-2. Journal of Biomolecular Structure and Dynamics, 2022, 40,
6381-6397.

2.0 14

8700 Insights into G-Quadruplexâ€“Hemin Dynamics Using Atomistic Simulations: Implications for Reactivity
and Folding. Journal of Chemical Theory and Computation, 2021, 17, 1883-1899. 2.3 19

8701 Ionic Liquid for PEDOT:PSS Treatment. Ion Binding Free Energy in Water Revealing the Importance of
Anion Hydrophobicity. Journal of Physical Chemistry B, 2021, 125, 1916-1923. 1.2 25



475

Citation Report

# Article IF Citations

8702
Identification of the binding interactions of some novel antiviral compounds against Nsp1 protein
from SARS-CoV-2 (COVID-19) through high throughput screening. Journal of Biomolecular Structure
and Dynamics, 2022, 40, 6634-6641.

2.0 1

8703 Local Heat Transfer Control using Liquid Dielectrophoresis at Graphene/Water Interfaces.
International Journal of Heat and Mass Transfer, 2021, 166, 120801. 2.5 3

8704 Ion Solvation and Transport in Narrow Carbon Nanotubes: Effects of Polarizability, Cationâˆ’Ï€
Interaction, and Confinement. Journal of Chemical Theory and Computation, 2021, 17, 1596-1605. 2.3 23

8705 Ab initio dynamics of gasâ€•phase and aqueousâ€•phase hydrolysis of adenosine triphosphate. International
Journal of Quantum Chemistry, 2021, 121, e26615. 1.0 2

8706 Simulations of the IR and Raman spectra of water confined in amorphous silica slit pores. Journal of
Chemical Physics, 2021, 154, 104503. 1.2 10

8707 Efficiency of CNT-based rotation transmission nanosystem in water. Nanotechnology, 2021, 32, 245401. 1.3 4

8708 The Binding of Phosphorus Species at Goethite: A Joint Experimental and Theoretical Study. Minerals
(Basel, Switzerland), 2021, 11, 323. 0.8 8

8709 Computational modelling of nanotube delivery of anti-cancer drug into glutathione reductase
enzyme. Scientific Reports, 2021, 11, 4950. 1.6 9

8710 Atomistic study on the anomalous temperature-dependent dynamic tensile strength of ice under shock
loading. Philosophical Magazine, 2021, 101, 1289-1304. 0.7 3

8711 Early modification of cytochrome c by hydrogen peroxide triggers its fast degradation. International
Journal of Biological Macromolecules, 2021, 174, 413-423. 3.6 7

8712 Insights from molecular simulations about dead time markers in reversed-phase liquid
chromatography. Journal of Chromatography A, 2021, 1640, 461958. 1.8 16

8713
Combined Density Functional Theory and Molecular Dynamics Simulations To Investigate the Effects
of Quantum and Double-Layer Capacitances in Functionalized Graphene as the Electrode Material of
Aqueous-Based Supercapacitors. Journal of Physical Chemistry C, 2021, 125, 5518-5524.

1.5 12

8714 Age-dependent ataxia and neurodegeneration caused by an Î±II spectrin mutation with impaired
regulation of its calpain sensitivity. Scientific Reports, 2021, 11, 7312. 1.6 10

8715 Specific inhibition of the Survivinâ€“CRM1 interaction by peptide-modified molecular tweezers. Nature
Communications, 2021, 12, 1505. 5.8 18

8716 Salt Activity Coefficient and Chain Statistics in Poly(ethylene oxide)-Based Electrolytes.
Macromolecules, 2021, 54, 2873-2881. 2.2 17

8717 Microscopic Kinetics Pathway of Salt Crystallization in Graphene Nanocapillaries. Physical Review
Letters, 2021, 126, 136001. 2.9 22

8718 Structural aspects of an energy-based water classification index and the structureâ€“dynamics link in
glassy relaxation. European Physical Journal E, 2021, 44, 47. 0.7 7

8719 In vitro and in silico studies of the larvicidal and anticholinesterase activities of berberine and
piperine alkaloids on Rhipicephalus microplus. Ticks and Tick-borne Diseases, 2021, 12, 101643. 1.1 11



476

Citation Report

# Article IF Citations

8720 DEER and RIDME Measurements of the Nitroxide-Spin Labelled Copper-Bound Amine Oxidase Homodimer
from Arthrobacter Globiformis. Applied Magnetic Resonance, 2021, 52, 995-1015. 0.6 11

8722 Temperature Dependence of Internal Friction of Peptides. Journal of Physical Chemistry B, 2021, 125,
2821-2832. 1.2 2

8723 Hydration Thermodynamics of Familial Parkinsonâ€™s Disease-Linked Mutants of Î±-Synuclein. Journal of
Chemical Information and Modeling, 2021, 61, 1850-1858. 2.5 8

8724
Combined Salt Concentration and Degree-of-Ionization Effect on the Structure of Poly(methacrylic) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 627 Td (acid) in Aqueous Solutions as Revealed by Molecular Dynamics Simulations. Industrial &amp;

Engineering Chemistry Research, 2021, 60, 4806-4819.
1.8 4

8725 Aqueous films on pore surfaces mediate adsorption and transport of gases through crowded
nanopores. Journal of Chemical Physics, 2021, 154, 094706. 1.2 4

8726 Insignificant Effect of Temperature on the Structure and Angular Jumps of Water near a Hydrophobic
Cation. ACS Omega, 2021, 6, 8356-8364. 1.6 2

8727 Proton transfer from water to aromatic N-heterocyclic anions from DFT-MD simulations. Journal of
Molecular Graphics and Modelling, 2021, 103, 107818. 1.3 0

8728 The change in the wetting regime of a nanodroplet on a substrate with varying wettability: A
molecular dynamics investigation. Physics of Fluids, 2021, 33, . 1.6 17

8729 Structure and dynamics of water in TiO2 nano slits: The influence of interfacial interactions and pore
sizes. Chinese Journal of Chemical Engineering, 2021, 31, 67-74. 1.7 0

8730 Energy Component Analysis of Electric Field-Induced Shape Change in Water Nanodroplets. Journal of
Physical Chemistry C, 2021, 125, 6933-6944. 1.5 5

8731 The influences of surface polar unit density on the water dispersity of nanoparticles. Journal of
Molecular Liquids, 2021, 325, 115241. 2.3 2

8732
Probing Molecular Assembly of Small Organic Molecules during Meniscus-Guided Coating Using
Experimental and Molecular Dynamics Approaches. Journal of Physical Chemistry C, 2021, 125,
6269-6277.

1.5 4

8733 Exploring naphthyl derivatives as SARS-CoV papain-like protease (PLpro) inhibitors and its implications
in COVID-19 drug discovery. Molecular Diversity, 2022, 26, 215-228. 2.1 8

8734 A comprehensive SARS-CoV-2 genomic analysis identifies potential targets for drug repurposing. PLoS
ONE, 2021, 16, e0248553. 1.1 17

8735 How Small Is Too Small for the Capillarity Theory?. Journal of Physical Chemistry C, 2021, 125,
5335-5348. 1.5 4

8736
Characterization of a Bacillus megaterium strain with metal bioremediation potential and in silico
discovery of novel cadmium binding motifs in the regulator, CadC. Applied Microbiology and
Biotechnology, 2021, 105, 2573-2586.

1.7 16

8737 First-Principles Grand-Canonical Simulations of Water Adsorption in Proton-Exchanged Zeolites.
Journal of Physical Chemistry C, 2021, 125, 6090-6098. 1.5 11

8738 Mechanistic differences in the effects of sucrose and sucralose on the phase stability of lysozyme
solutions. Journal of Molecular Liquids, 2021, 326, 115245. 2.3 11



477

Citation Report

# Article IF Citations

8739 Comparison of water nanodroplet properties on different graphite-based substrates. AIP Advances,
2021, 11, . 0.6 3

8740 Molecular simulation of polyether amines intercalation into Na-montmorillonite interlayer as
clay-swelling inhibitors. Applied Clay Science, 2021, 202, 105991. 2.6 13

8741 Nanopore-Level Wood-Water Interactionsâ€”A Molecular Simulation Study. Forests, 2021, 12, 356. 0.9 4

8742 Lead and mercury removal from aqueous solution using Sodium Dodecyl Sulfate micelles: A
molecular dynamics study. Chemical Physics Letters, 2021, 767, 138340. 1.2 3

8743 Abnormal in-plane permittivity and ferroelectricity of confined water: From sub-nanometer channels
to bulk. Journal of Chemical Physics, 2021, 154, 114503. 1.2 14

8744 Solvation of simple ions in water at extreme conditions. Journal of Chemical Physics, 2021, 154, 144501. 1.2 6

8745 Peripheral Methionine Residues Impact Flavin Photoreduction and Protonation in an Engineered LOV
Domain Light Sensor. Biochemistry, 2021, 60, 1148-1164. 1.2 5

8746 Adsorption Behaviors of Typical Proteins on BP, GR, and C2N Surfaces. Journal of Chemical
Information and Modeling, 2021, 61, 1300-1306. 2.5 4

8747 Polyacrylamide adsorption on (1 0 1) quartz surfaces in saltwater for a range of pH values by
molecular dynamics simulations. Minerals Engineering, 2021, 162, 106741. 1.8 23

8748 Intersurfactant H-bonds between head groups of n-dodecyl-Î²-d-maltoside at the air-water interface.
Journal of Colloid and Interface Science, 2021, 586, 588-595. 5.0 18

8749 Optimized Atomic Partial Charges and Radii Defined by Radical Voronoi Tessellation of Bulk Phase
Simulations. Molecules, 2021, 26, 1875. 1.7 4

8750 Congener-dependent conformations of isolated rhamnolipids at the vacuum-water interface: A
molecular dynamics simulation. Journal of Colloid and Interface Science, 2021, 585, 148-157. 5.0 17

8751 Unveiling Carbon Dioxide and Ethanol Diffusion in Carbonated Water-Ethanol Mixtures by Molecular
Dynamics Simulations. Molecules, 2021, 26, 1711. 1.7 2

8752

Xanthone glucoside 2-Î²-D-glucopyranosyl-1,3,6,7-tetrahydroxy-9H-xanthen-9-one binds to the ATP-binding
pocket of glycogen synthase kinase 3Î² and inhibits its activity: implications in prostate cancer and
associated cardiovascular disease risk. Journal of Biomolecular Structure and Dynamics, 2022, 40,
7868-7884.

2.0 3

8753 Bolaamphiphilic Bis-Dehydropeptide Hydrogels as Potential Drug Release Systems. Gels, 2021, 7, 52. 2.1 7

8754 Kirkwoodâ€“Buff-Derived Force Field for Peptides and Proteins: Applications of KBFF20. Journal of
Chemical Theory and Computation, 2021, 17, 2991-3009. 2.3 6

8755 Molecular dynamics simulations and analysis for bioinformatics undergraduate students.
Biochemistry and Molecular Biology Education, 2021, 49, 570-582. 0.5 17

8756 Effects of Ionic Liquids on Aqueous Urea Solutions: Insights into the Ionic Liquid-Assisted Protein
Renaturation. Journal of Physical Chemistry B, 2021, 125, 4808-4818. 1.2 4



478

Citation Report

# Article IF Citations

8757 Stacking of Monolayer Graphene Particles at a Waterâ€“Vapor Interface. Journal of Physical Chemistry
C, 2021, 125, 7880-7888. 1.5 7

8758 Insights into graphene oxide interaction with human serum albumin in isolated state and in blood
plasma. International Journal of Biological Macromolecules, 2021, 175, 19-29. 3.6 13

8759 Density-functional-theory approach to the Hamiltonian adaptive resolution simulation method.
Journal of Physics Condensed Matter, 2021, 33, 184003. 0.7 9

8760
A Transferable Force Field for Predicting Adsorption and Diffusion of Hydrocarbons and Small
Molecules in Silica Zeolites with Coupled-Cluster Accuracy. Journal of Physical Chemistry C, 2021, 125,
8418-8429.

1.5 11

8761 Molecular basis for higher affinity of <scp>SARSâ€•CoV</scp>â€•2 spike <scp>RBD</scp> for human
<scp>ACE2</scp> receptor. Proteins: Structure, Function and Bioinformatics, 2021, 89, 1134-1144. 1.5 31

8762 The effect of surface structure and arrangement on wettability of substrate surface. Colloids and
Surfaces A: Physicochemical and Engineering Aspects, 2021, 614, 126165. 2.3 11

8763 Parametrization of Trivalent and Tetravalent Metal Ions for the OPC3, OPC, TIP3P-FB, and TIP4P-FB
Water Models. Journal of Chemical Theory and Computation, 2021, 17, 2342-2354. 2.3 23

8764
Identification of novel multitarget antitubercular inhibitors against mycobacterial peptidoglycan
biosynthetic Mur enzymes by structure-based virtual screening. Journal of Biomolecular Structure
and Dynamics, 2022, 40, 8185-8196.

2.0 7

8765 Off-Lattice Monte-Carlo Approach for Studying Nucleation and Evaporation Phenomena at the
Molecular Scale. Materials, 2021, 14, 2092. 1.3 4

8766 Investigation of thermocapillary migration of nanodroplets using molecular dynamics. Physics of
Fluids, 2021, 33, . 1.6 6

8767
Computational study to evaluate the potency of phytochemicals in Boerhavia diffusa and the impact of
point mutation on cyclin-dependent kinase 2-associated protein 1. Journal of Biomolecular Structure
and Dynamics, 2021, , 1-15.

2.0 8

8768 Electronic structure of aqueous two-dimensional photocatalyst. Npj Computational Materials, 2021,
7, . 3.5 8

8769 Thermo-poro-mechanics under adsorption applied to the anomalous thermal pressurization of water
in undrained clays. Acta Geotechnica, 2021, 16, 2713-2727. 2.9 5

8770 Examining the Role of Different Molecular Interactions on Activation Energies and Activation
Volumes in Liquid Water. Journal of Chemical Theory and Computation, 2021, 17, 2659-2671. 2.3 11

8771 Size dependence of hydrophobic hydration at electrified gold/water interfaces. Proceedings of the
National Academy of Sciences of the United States of America, 2021, 118, . 3.3 24

8772 The atomic interactions between Histone and 3LPT protein using an equilibrium molecular dynamics
simulation. Journal of Molecular Liquids, 2021, 328, 115397. 2.3 6

8773 Proton-filtering covalent organic frameworks with superior nitrogen penetration flux promote
ambient ammonia synthesis. Nature Catalysis, 2021, 4, 322-331. 16.1 216

8774 Molecular dynamics simulation on spreading of mixture nanodroplets on a smooth and homogeneous
surface. AIP Advances, 2021, 11, 045104. 0.6 1



479

Citation Report

# Article IF Citations

8775 A theoretical study for isopiestic equilibrium mixtures of ionic liquid 1Â +Â ionic liquid 2Â +Â water systems.
Journal of Molecular Liquids, 2021, 328, 115280. 2.3 4

8776 Machine Learning in QM/MM Molecular Dynamics Simulations of Condensed-Phase Systems. Journal of
Chemical Theory and Computation, 2021, 17, 2641-2658. 2.3 76

8777 Heavy Water Models for Classical Molecular Dynamics: Effective Inclusion of Nuclear Quantum
Effects. Journal of Physical Chemistry B, 2021, 125, 4514-4519. 1.2 6

8778
Modeling Complex Solvent Effects on the Optical Rotation of Chiral Molecules: A Combined
Molecular Dynamics and Density Functional Theory Study. Journal of Physical Chemistry A, 2021, 125,
3095-3108.

1.1 13

8779 Embedding Quantum Statistical Excitations in a Classical Force Field. Journal of Physical Chemistry A,
2021, 125, 3760-3775. 1.1 3

8780 Novel mutations in NSP-1 and PLPro of SARS-CoV-2 NIB-1 genome mount for effective therapeutics.
Journal of Genetic Engineering and Biotechnology, 2021, 19, 52. 1.5 26

8781 Quantification of Mono- and Multivalent Counterion-Mediated Bridging in Polyelectrolyte Brushes.
Macromolecules, 2021, 54, 4154-4163. 2.2 16

8782 Toward In Silico Prediction of CO<sub>2</sub> Diffusion in Champagne Wines. ACS Omega, 2021, 6,
11231-11239. 1.6 3

8783 Penetration resistance and mechanical properties of graphene oxide/epoxy resinâ€”A molecular
dynamics investigation. Polymer Composites, 2021, 42, 3644-3653. 2.3 3

8784 Partial charges for molecular-mechanical models of heterocyclic compounds: pyridine nitrogen.
Journal of Molecular Modeling, 2021, 27, 118. 0.8 0

8785
Comparative first principlesâ€•based molecular dynamics study of catalytic mechanism and reaction
energetics of water oxidation reaction on 2D â€•surface. Journal of Computational Chemistry, 2021, 42,
1138-1149.

1.5 6

8786 Molecular dynamics study of water confined in MIL-101 metalâ€“organic frameworks. Journal of
Chemical Physics, 2021, 154, 144503. 1.2 13

8787 Overscreening, Co-Ion-Dominated Electroosmosis, and Electric Field Strength Mediated Flow Reversal
in Polyelectrolyte Brush Functionalized Nanochannels. ACS Nano, 2021, 15, 6507-6516. 7.3 15

8788 On the role of the quadrupole moment of carbon atom on water adsorption on graphite and in
graphitic pores. Chemical Engineering Journal, 2021, 409, 128236. 6.6 5

8789 Dielectric friction, violation of the Stokes-Einstein-Debye relation, and non-Gaussian transport
dynamics of dipolar solutes in water. Physical Review Research, 2021, 3, . 1.3 7

8790 Kirkwoodâ€“Buff-Derived Force Field for Peptides and Proteins: Philosophy and Development of KBFF20.
Journal of Chemical Theory and Computation, 2021, 17, 2964-2990. 2.3 14

8791 Effect of nanotube diameter on the transport of water molecules in electric fields. Journal of
Molecular Liquids, 2021, 328, 115382. 2.3 13

8792 Effect of interlayer cations on montmorillonite swelling: Comparison between molecular dynamic
simulations and experiments. Applied Clay Science, 2021, 204, 106034. 2.6 67



480

Citation Report

# Article IF Citations

8793 Molecular Dynamics Approach to Calculate the Thermodiffusion (Soret and Seebeck) Coefficients of
Salts in Aqueous Solutions. Journal of Chemical Theory and Computation, 2021, 17, 3539-3553. 2.3 12

8794 Molecular dynamics simulation of carbon peapod-like nanomaterials in desalination process.
Desalination, 2021, 504, 114975. 4.0 21

8795 Semi-empirical linear correlation between surface tension and thermodynamics properties of liquids
and vapours. Chemical Physics, 2021, 545, 111145. 0.9 3

8796 Building intuition for binding free energy calculations: Bound state definition, restraints, and
symmetry. Journal of Chemical Physics, 2021, 154, 204101. 1.2 22

8797
Utilization of zeolite as a potential multi-functional proppant for CO2 enhanced shale gas recovery
and CO2 sequestration: A molecular simulation study of the impact of water on adsorption in zeolite
and organic matter. Fuel, 2021, 292, 120312.

3.4 9

8798 Siteâ€•specific identification and validation of hepatic histone nitration in vivo: Implications for
alcoholâ€•induced liver injury. Journal of Mass Spectrometry, 2021, 56, e4713. 0.7 4

8799 Toward Physics-Based Solubility Computation for Pharmaceuticals to Rival Informatics. Journal of
Chemical Theory and Computation, 2021, 17, 3700-3709. 2.3 15

8800 First-Principles Simulations of CuCl in High-Temperature Water Vapor. Journal of Physical Chemistry
B, 2021, 125, 4794-4807. 1.2 2

8801 GalaxyWater-wKGB: Prediction of Water Positions on Protein Structure Using wKGB Statistical
Potential. Journal of Chemical Information and Modeling, 2021, 61, 2283-2293. 2.5 9

8802 Topology and complexity of the hydrogen bond network in classical models of water. Journal of
Molecular Liquids, 2021, 329, 115530. 2.3 20

8803
Ion effects on the extraction of cesium (I) by 1,3-Diisopropoxycalix [4] arenecrown-6(BPC6) and the
highly efficient extraction under neutral conditions. Solvent Extraction and Ion Exchange, 2022, 40,
333-348.

0.8 2

8804 Effects of the Wettability of a Probing Tip on the Hydration Layer Imaged in Atomic Force Microscopy.
Journal of Physical Chemistry C, 2021, 125, 11197-11205. 1.5 2

8805
Structural (dis)order and dynamic propensity in a mildly undercooled glass-forming liquid: Spatial
correlations and the role of crystalline environments. Physica A: Statistical Mechanics and Its
Applications, 2021, 569, 125764.

1.2 1

8806 Molecular simulation study of interfacial tension reduction and oil detachment in nanochannels by
Surface-modified silica nanoparticles. Fuel, 2021, 292, 120318. 3.4 32

8807 Energetic Arguments on the Microstructural Analysis in Ionic Liquids. Advanced Theory and
Simulations, 2021, 4, 2100114. 1.3 2

8808 Improved methodology to compute the intrinsic friction coefficient at solidâ€“liquid interfaces.
Journal of Chemical Physics, 2021, 154, 184707. 1.2 7

8809 Role of water model on ion dissociation at ambient conditions. Journal of Chemical Physics, 2021, 154,
194502. 1.2 6

8810 Three- and four-site models for heavy water: SPC/E-HW, TIP3P-HW, and TIP4P/2005-HW. Journal of
Chemical Physics, 2021, 154, 194501. 1.2 18



481

Citation Report

# Article IF Citations

8811 Thermal performance enhancement and optimization of two-phase closed thermosyphon with
graphene-nanoplatelets coatings. Energy Conversion and Management, 2021, 236, 114039. 4.4 24

8812 2,6-diaminopurine promotes repair of DNA lesions under prebiotic conditions. Nature
Communications, 2021, 12, 3018. 5.8 24

8813
Diffusion coefficients of CO<sub>2</sub>â€“SO<sub>2</sub>â€“water and
CO<sub>2</sub>â€“N<sub>2</sub>â€“water systems and their impact on the CO<sub>2</sub>
sequestration process: Molecular dynamics and dissolution process simulations. , 2021, 11, 764-779.

10

8814 Computational Insights Into the Influence of Substitution Groups on the Inclusion Complexation of
Î²-Cyclodextrin. Frontiers in Chemistry, 2021, 9, 668400. 1.8 5

8816 Image-charge effects on ion adsorption near aqueous interfaces. Proceedings of the National Academy
of Sciences of the United States of America, 2021, 118, . 3.3 36

8817 Investigation of dynamical behavior of 3LPT protein - water molecules interactions in atomic
structures using molecular dynamics simulation. Journal of Molecular Liquids, 2021, 329, 115615. 2.3 18

8818 Interfacial, Electroviscous, and Nonlinear Dielectric Effects on Electrokinetics at Highly Charged
Surfaces. Journal of Physical Chemistry B, 2021, 125, 4767-4778. 1.2 14

8819 Competitive and Synergistic Adsorption of Mixtures of Polar and Nonpolar Gases in Carbonaceous
Nanopores. Langmuir, 2021, 37, 6754-6764. 1.6 8

8820 Ultra-coarse-graining of homopolymers in inhomogeneous systems. Journal of Physics Condensed
Matter, 2021, 33, 254002. 0.7 15

8821 Stability of Two-Dimensional Ionic Clusters at Solidâ€“Liquid Interfaces. Langmuir, 2021, 37, 6373-6379. 1.6 1

8823 Catalytic Descriptors to Investigate Catalytic Power in the Reaction of Haloalkane Dehalogenase
Enzyme with 1,2-Dichloroethane. International Journal of Molecular Sciences, 2021, 22, 5854. 1.8 0

8824
Assessment of Hydrate Formation, Storage Capacity, and Transport Properties of Methane and Carbon
Dioxide through Functionalized Carbon Nanotube Membranes. Journal of Physical Chemistry C, 2021,
125, 10011-10026.

1.5 5

8825 Incoherent microwaves heating of water: A combined experimental and simulated investigation.
Chemical Physics Letters, 2021, 771, 138528. 1.2 4

8826 Analysis of the relative stability of lithium halide crystal structures: Density functional theory and
classical models. Journal of Chemical Physics, 2021, 154, 184507. 1.2 2

8827 A hierarchical clustering method of hydrogen bond networks in liquid water undergoing shear flow.
Scientific Reports, 2021, 11, 9542. 1.6 14

8828 Structure and Thermal Stability of wtRop and RM6 Proteins through All-Atom Molecular Dynamics
Simulations and Experiments. International Journal of Molecular Sciences, 2021, 22, 5931. 1.8 7

8829 Distributed charge models of liquid methane and ethane for dielectric effects and solvation.
Molecular Physics, 2021, 119, . 0.8 3

8830 Characterizing the Interplay between Polymer Solvation and Conformation. Journal of Physical
Chemistry B, 2021, 125, 5434-5442. 1.2 9



482

Citation Report

# Article IF Citations

8831 Wettability of cellulose surfaces under the influence of an external electric field. Journal of Colloid
and Interface Science, 2021, 589, 347-355. 5.0 16

8832 Hydrogen bonding and percolation in propan-2-ol â€“ Water liquid mixtures: X-ray diffraction
experiments and computer simulations. Journal of Molecular Liquids, 2021, 329, 115592. 2.3 11

8833 Spectroscopic and Simulation Studies of the Sequence-Dependent DNA Destabilization by a Fungicide.
ACS Omega, 2021, 6, 14371-14378. 1.6 4

8834 Calculation of the Free Energy of Mixing as a Tool for Assessing and Improving Potential Models: The
Case of the N,N-Dimethylformamideâ€“Water System. Journal of Physical Chemistry B, 2021, 125, 4819-4830. 1.2 6

8835
Encapsulation and Release of Doxorubicin from TiO2 Nanotubes: Experiment, Density Functional
Theory Calculations, and Molecular Dynamics Simulation. Journal of Physical Chemistry B, 2021, 125,
5549-5558.

1.2 7

8836
Multiconfigurational Quantum Chemistry Determinations of Absorption Cross Sections (Ïƒ) in the Gas
Phase and Molar Extinction Coefficients (Îµ) in Aqueous Solution and Airâ€“Water Interface. Journal of
Chemical Theory and Computation, 2021, 17, 3571-3582.

2.3 11

8837 Structure and Dynamics of Interfacial Water on Muscovite Surface under Different Temperature
Conditions (298 K to 673 K): Molecular Dynamics Investigation. Water (Switzerland), 2021, 13, 1320. 1.2 8

8838 Study on novel PtNPâ€“sorafenib and its interaction with VEGFR2. Journal of Biochemistry, 2021, 170,
411-417. 0.9 2

8839 Molecular dynamic simulation study on formation of water channel in oil film detachment process
controlled by surfactant polarity. Chemical Physics Letters, 2021, 771, 138502. 1.2 2

8840 ORIENTATION OF WATER MOLECULES NEAR A GLOBULAR PROTEIN. Journal of Structural Chemistry, 2021,
62, 692-703. 0.3 0

8841 Charge State Dependence of Amino Acid Propensity at Water Surface: Mechanisms Elucidated by
Molecular Dynamics Simulations. Journal of Physical Chemistry A, 2021, 125, 4705-4714. 1.1 9

8842
Implementation of the Freely Jointed Chain Model to Assess Kinetics and Thermodynamics of
Thermosensitive Coilâ€“Globule Transition by Markov States. Journal of Physical Chemistry B, 2021, 125,
4898-4909.

1.2 4

8843 Alizarin and Purpurin from <i>Rubia tinctorum</i> L. Suppress Insulin Fibrillation and Reduce the
Amyloid-Induced Cytotoxicity. ACS Chemical Neuroscience, 2021, 12, 2182-2193. 1.7 14

8844 Dynamic fluid states in organic-inorganic nanocomposite: Implications for shale gas recovery and CO2
sequestration. Chemical Engineering Journal, 2021, 411, 128423. 6.6 102

8845 Salting-out effect promoting highly efficient ambient ammonia synthesis. Nature Communications,
2021, 12, 3198. 5.8 105

8846 Force Field Benchmark of Amino Acids. 3. Hydration with Scaled Lennard-Jones Interactions. Journal of
Chemical Information and Modeling, 2021, 61, 3571-3582. 2.5 15

8847 Dielectric Profile and Electromelting of a Monolayer of Water Confined in Graphene Slit Pore.
Journal of Physical Chemistry B, 2021, 125, 6670-6680. 1.2 10

8848
A study of the micellar aggregation of aqueous N,N,N-decyltrimethyl ammonium chloride via extended
microsecond-time atomistic molecular dynamics simulation and realistic potential models. Journal of
Molecular Liquids, 2021, 331, 115644.

2.3 1



483

Citation Report

# Article IF Citations

8849 Vaporâ€“liquid equilibrium of water with the MB-pol many-body potential. Journal of Chemical Physics,
2021, 154, 211103. 1.2 32

8850
Spectroscopic and In Silico Studies on the Interaction of Substituted
Pyrazolo[1,2-a]benzo[1,2,3,4]tetrazine-3-one Derivatives with c-Myc G4-DNA. International Journal of
Molecular Sciences, 2021, 22, 6028.

1.8 7

8851 All-Atom Molecular Dynamics Simulations of the Temperature Response of Densely Grafted
Polyelectrolyte Brushes. Macromolecules, 2021, 54, 6342-6354. 2.2 11

8852 Elucidating the Aromatic Properties of Covalent Organic Frameworks Surface for Enhanced Polar
Solvent Adsorption. Polymers, 2021, 13, 1861. 2.0 3

8853 Nanoscale deformation and crack processes of kaolinite under water impact using molecular
dynamics simulations. Applied Clay Science, 2021, 206, 106071. 2.6 8

8854 Polyacrylic Acid to Improve Flotation Tailings Management: Understanding the Chemical Interactions
through Molecular Dynamics. Metals, 2021, 11, 987. 1.0 7

8855 Entrance resistance of water transport into carbon nanotubes: Insights from molecular dynamics
simulations. Journal of Molecular Liquids, 2021, 331, 115739. 2.3 15

8856 Molecular simulation of the morphology and viscosity of aqueous micellar solutions of sodium
lauryl ether sulfate (SLEnS). JPhys Materials, 2021, 4, 044001. 1.8 4

8857 Groove Switching of Hydroxychloroquine Modulates the Efficacy of Binding and Induced Stability to
DNA. Journal of Physical Chemistry B, 2021, 125, 6889-6896. 1.2 10

8858
The shape of two-dimensional and three-dimensional drops on flat and curved hydrophilic substrates:
variational, numerical and molecular dynamics simulation investigations. Journal of the Iranian
Chemical Society, 2022, 19, 423-433.

1.2 3

8861 Quadrupole-mediated dielectric response and the charge-asymmetric solvation of ions in water.
Journal of Chemical Physics, 2021, 154, 244502. 1.2 10

8862 Toward a First-Principles Framework for Predicting Collective Properties of Electrolytes. Accounts
of Chemical Research, 2021, 54, 2833-2843. 7.6 21

8863 Polarizability relaxation in water/ethanol mixtures. Journal of Molecular Liquids, 2021, 332, 115839. 2.3 4

8864
Boron Nitride Nanotubeâ€“Saltâ€“Water Hybrid: Toward Zero-Dimensional Liquid Water and Highly
Trapped Immobile Single Anions Inside One-Dimensional Nanostructures. Journal of Physical Chemistry
C, 2021, 125, 14006-14013.

1.5 3

8865 Microscopic dynamics and the dynamic heterogeneity of motion of polar molecules in ionic liquids.
Journal of Molecular Liquids, 2021, 332, 115900. 2.3 5

8866 Transition from molecular- to nano-scale segregation in a deep eutectic solvent - water mixture.
Journal of Molecular Liquids, 2021, 331, 115747. 2.3 21

8867 A HNO<sub>3</sub>â€•Responsive Aqueous Biphasic System for Metal Separation: Application towards
Ce<sup>IV</sup> Recovery. ChemSusChem, 2021, 14, 3018-3026. 3.6 8

8868 â€œIdentification of Nafamostat and VR23 as COVID-19 drug candidates by targeting 3CLpro and PLpro".
Journal of Molecular Structure, 2021, 1233, 130094. 1.8 17



484

Citation Report

# Article IF Citations

8869 Anion effect of Clâˆ’, Iâˆ’, and Fâˆ’ on counterions condensation within nucleic acid ion atmosphere.
Journal of Molecular Liquids, 2021, 332, 115899. 2.3 3

8870 Understanding supercooling mechanism in sodium sulfate decahydrate phase-change material. Journal
of Applied Physics, 2021, 129, . 1.1 15

8871 Single Chain Hydration and Dynamics of Mussel-Inspired Soybean-Based Adhesive. Jom, 2021, 73,
2460-2470. 0.9 2

8872 CO<sub>2</sub> Solubility in Aqueous Electrolyte Solutions Confined in Calcite Nanopores. Journal
of Physical Chemistry C, 2021, 125, 12333-12341. 1.5 9

8873
Improving water desalination via inhomogeneous distribution of [BMIM][BF4] in 2D carbon nanotube
networks: Nonequilibrium molecular dynamics simulation. Journal of Molecular Liquids, 2021, 331,
115813.

2.3 8

8874 Atomistic insight into salinity dependent preferential binding of polar aromatics to calcite/brine
interface: implications to low salinity waterflooding. Scientific Reports, 2021, 11, 11967. 1.6 17

8875 Effects of dissimilar molecular interface and ion-concentration on wetting characteristics of
nanodroplets. Microfluidics and Nanofluidics, 2021, 25, 1. 1.0 15

8876 Highly efficient water desalination through hourglass shaped carbon nanopores. Desalination, 2021,
505, 114978. 4.0 14

8877 Recognition of N6-Methyladenosine by the YTHDC1 YTH Domain Studied by Molecular Dynamics and
NMR Spectroscopy: The Role of Hydration. Journal of Physical Chemistry B, 2021, 125, 7691-7705. 1.2 15

8878 Molecular Dynamics Simulations of Nanostructures Formed by Hydrophobins and Oil in Seawater.
Journal of Physical Chemistry B, 2021, 125, 7886-7899. 1.2 4

8880 Evolution-Based Protein Engineering for Antifungal Peptide Improvement. Molecular Biology and
Evolution, 2021, 38, 5175-5189. 3.5 8

8881
A novel hybrid method for the calculation of methane hydrateâ€“water interfacial tension along the
three-phase (hydrateâ€“liquid waterâ€“vapor) equilibrium line. Journal of Chemical Physics, 2021, 155,
024702.

1.2 5

8882 Molecular simulation study of the adhesion work for water droplets on water monolayer at room
temperature*. Chinese Physics B, 2021, 30, 106804. 0.7 3

8883 Water in Protic Ionic Liquid Electrolytes: From Solvent Separated Ion Pairs to Water Clusters.
ChemSusChem, 2021, 14, 3315-3324. 3.6 8

8884 Gâ€•Quadruplex Formation by DNA Sequences Deficient in Guanines: Two Tetrad Parallel Quadruplexes
Do Not Fold Intramolecularly. Chemistry - A European Journal, 2021, 27, 12115-12125. 1.7 15

8885 Novel inhibitors design through structural investigations and simulation studies for human PKMTs
(SMYD2) involved in cancer. Molecular Simulation, 2021, 47, 1149-1158. 0.9 3

8886 Advances in Clayff Molecular Simulation of Layered and Nanoporous Materials and Their Aqueous
Interfaces. Journal of Physical Chemistry C, 2021, 125, 17573-17589. 1.5 95

8887 Accurate prediction of hydration free energies and solvation structures using molecular density
functional theory with a simple bridge functional. Journal of Chemical Physics, 2021, 155, 024117. 1.2 9



485

Citation Report

# Article IF Citations

8888 Individual Ion Activity Coefficients in Aqueous Electrolytes from Explicit-Water Molecular Dynamics
Simulations. Journal of Physical Chemistry B, 2021, 125, 8511-8521. 1.2 21

8889
viewSq, a Visual Molecular Dynamics (VMD) module for calculating, analyzing, and visualizing X-ray
and neutron structure factors from atomistic simulations. Computer Physics Communications, 2021,
264, 107881.

3.0 22

8890
Contribution of Different Molecules and Moieties to the Surface Tension in Aqueous Surfactant
Solutions. II: Role of the Size and Charge Sign of the Counterions. Journal of Physical Chemistry B,
2021, 125, 9005-9018.

1.2 7

8891 Development of Density-Functional Tight-Binding Parameters for the Molecular Dynamics Simulation
of Zirconia, Yttria, and Yttria-Stabilized Zirconia. ACS Omega, 2021, 6, 20530-20548. 1.6 8

8892 New insights into adsorption equilibrium of organic pollutant on MnO2 nanorods: Experimental and
computational studies. Journal of Molecular Liquids, 2022, 345, 117016. 2.3 6

8893
Water Breakup at Fe<sub>2</sub>O<sub>3</sub>â€“Hematite/Water Interfaces: Influence of External
Electric Fields from Nonequilibrium <i>Ab Initio</i> Molecular Dynamics. Journal of Physical
Chemistry Letters, 2021, 12, 6818-6826.

2.1 9

8894 Theoretical insights on the hydration of quinones as catholytes in aqueous redox flow batteries.
Chinese Journal of Chemical Engineering, 2021, 37, 72-78. 1.7 4

8895 Rational Design of Nonbonded Point Charge Models for Divalent Metal Cations with Lennard-Jones
12-6 Potential. Journal of Chemical Information and Modeling, 2021, 61, 4031-4044. 2.5 13

8896 Effect of electric field strength on deformation and breakup behaviors of droplet in oil phase: A
molecular dynamics study. Journal of Molecular Liquids, 2021, 333, 115995. 2.3 36

8897 Unexpected Orderâ€“Disorder Transition in Diacetylene Alcohol Langmuir Films. Langmuir, 2021, 37,
9034-9042. 1.6 4

8898 Swelling of Montmorillonite from Molecular Simulations: Hydration Diagram and Confined Water
Properties. Journal of Physical Chemistry C, 2021, 125, 15527-15543. 1.5 19

8899 Monte Carlo Molecular Simulation Study of Carbon Dioxide Sequestration into Dry and Wet Calcite
Pores Containing Methane. Energy &amp; Fuels, 2021, 35, 11393-11402. 2.5 7

8900
Solvation shell dynamics of supercritical waterâ€“cyclohexane mixtures in relation to the
translational and rotational dynamics as studied by molecular dynamics simulation. AIP Advances,
2021, 11, 075219.

0.6 0

8901 Molecular Insights on the Wetting Behavior of a Surface Corrugated with Nanoscale Domed Pillars.
Langmuir, 2021, 37, 9336-9345. 1.6 5

8902 The molecular dynamics of possible inhibitors for SARS-CoV-2. Journal of Biomolecular Structure and
Dynamics, 2021, , 1-10. 2.0 5

8904 Molecular dynamics simulation based design of biomimetic membrane with artificial water channels.
Journal of Membrane Science, 2021, 630, 119279. 4.1 11

8905 Electric-field-promoted photo-electrochemical production of hydrogen from water splitting. Journal
of Molecular Liquids, 2021, 342, 116949. 2.3 11

8906 Using Molecular Simulations to Understand the Effect of Dodecyl Sulfate on the Calcium-Binding
Ability of Polystyrene Sulfonate. Journal of Physical Chemistry B, 2021, 125, 7919-7931. 1.2 2



486

Citation Report

# Article IF Citations

8907 New Phases of Ice: Simulation of Dynamic and Thermodynamic Properties of Empty Cubic, Hexagonal,
Rhombic, and Tetragonal Clathrate Structures. Journal of Physical Chemistry C, 2021, 125, 15659-15663. 1.5 4

8908 Multiple evidences of dynamic heterogeneity in hydrophobic deep eutectic solvents. Journal of
Chemical Physics, 2021, 155, 044502. 1.2 23

8909 Coupled Monte Carlo and Molecular Dynamics Simulations on Interfacial Properties of Antifouling
Polymer Membranes. Journal of Physical Chemistry B, 2021, 125, 8193-8204. 1.2 5

8910 Molecular dynamics study on emulsified oil droplets with nonionic surfactants. Journal of
Molecular Liquids, 2022, 346, 117102. 2.3 15

8911 Non-Markovian modeling of protein folding. Proceedings of the National Academy of Sciences of the
United States of America, 2021, 118, . 3.3 47

8913 The heat stability of Rhamnolipid containing egg-protein stabilised oil-in-water emulsions. Food
Hydrocolloids, 2021, 116, 106632. 5.6 6

8914
Insights into the orientation and hydrogen bond influence on thermophysical and transport
properties in choline-based deep eutectic solvents and methanol. Journal of Molecular Liquids, 2022,
345, 117019.

2.3 13

8915 Structural and mechanistic basis for translation inhibition by macrolide and ketolide antibiotics.
Nature Communications, 2021, 12, 4466. 5.8 43

8916
Effect of nanoparticles on interfacial mass transfer characteristics and mechanisms in liquid-liquid
extraction by molecular dynamics simulation. International Journal of Heat and Mass Transfer, 2021,
173, 121236.

2.5 8

8917 Effect of the metallicity on the capacitance of goldâ€“aqueous sodium chloride interfaces. Journal of
Chemical Physics, 2021, 155, 044703. 1.2 26

8918 Transferable Ion Force Fields in Water from a Simultaneous Optimization of Ion Solvation and
Ionâ€“Ion Interaction. Journal of Physical Chemistry B, 2021, 125, 8581-8587. 1.2 34

8919 Insights into Structure and Aggregation Behavior of Elastin-like Polypeptide Coacervates: All-Atom
Molecular Dynamics Simulations. Journal of Physical Chemistry B, 2021, 125, 8627-8635. 1.2 18

8920 On the characterization of bimodal porous carbon via water adsorption: The role of pore
connectivity and temperature. Carbon, 2021, 179, 477-485. 5.4 12

8921
Viscosity and Interfacial Tension of Binary Mixtures of <i>n</i>-Hexadecane with Dissolved Gases
Using Surface Light Scattering and Equilibrium Molecular Dynamics Simulations. Journal of Chemical
&amp; Engineering Data, 2021, 66, 3205-3218.

1.0 17

8922
Engineering Model for Predicting the Intradiffusion Coefficients of Hydrogen and Oxygen in Vapor,
Liquid, and Supercritical Water based on Molecular Dynamics Simulations. Journal of Chemical &amp;
Engineering Data, 2021, 66, 3226-3244.

1.0 23

8923 Molecular Dynamics of PEDOT:PSS Treated with Ionic Liquids. Origin of Anion Dependence Leading to
Cation Design Principles. Journal of Physical Chemistry B, 2021, 125, 8601-8611. 1.2 17

8924 Diketopiperazine Formation from FPGnK (n = 1â€“9) Peptides: Rates of Structural Rearrangements and
Mechanisms. Journal of Physical Chemistry B, 2021, 125, 8107-8116. 1.2 2

8925 Local Structure of Li<sup>+</sup> in Superconcentrated Aqueous LiTFSA Solutions. Journal of
Physical Chemistry B, 2021, 125, 7477-7484. 1.2 9



487

Citation Report

# Article IF Citations

8926 Aqueous Affinity and Interfacial Dynamics of Anisotropic Buckled Black Phosphorous. Journal of
Physical Chemistry B, 2021, 125, 7527-7536. 1.2 6

8927
Prediction of local thermodynamics of water in and around endo-functionalized molecular tube
receptors: An approach using grid inhomogeneous solvation theory. Journal of Molecular Liquids,
2021, 334, 116338.

2.3 3

8928 Dynamic spreading of a water nanodroplet on a nanostructured surface in the presence of an electric
field. Journal of Molecular Liquids, 2021, 333, 116039. 2.3 13

8929 Highly Heterogeneous Polarization and Solvation of Gold Nanoparticles in Aqueous Electrolytes. ACS
Nano, 2021, 15, 13155-13165. 7.3 9

8930 Contrasting Local and Macroscopic Effects of Collagen Hydroxylation. International Journal of
Molecular Sciences, 2021, 22, 9068. 1.8 3

8931 Simulative Analysis of a Family of DNA Tetrahedrons Produced by Changing the Twisting Number of
Each Double Helix. Journal of Computational Biophysics and Chemistry, 2021, 20, 529-537. 1.0 2

8932 Carbon dioxide as a line active agent: Its impact on line tension and nucleation rate. Proceedings of
the National Academy of Sciences of the United States of America, 2021, 118, . 3.3 5

8933 Subsize Pt-based intermetallic compound enables long-term cyclic mass activity for fuel-cell oxygen
reduction. Proceedings of the National Academy of Sciences of the United States of America, 2021, 118, . 3.3 86

8934 Molecular dynamics investigation of membrane fouling in organic solvents. Journal of Membrane
Science, 2021, 632, 119329. 4.1 13

8935 The physics of cement cohesion. Science Advances, 2021, 7, . 4.7 28

8936 New Features of the Open Source Monte Carlo Software Brick-CFCMC: Thermodynamic Integration
and Hybrid Trial Moves. Journal of Chemical Information and Modeling, 2021, 61, 3752-3757. 2.5 14

8937 Unraveling the Influence of Osmolytes on Water Hydrogen-Bond Network: From Local Structure to
Graph Theory Analysis. Journal of Chemical Information and Modeling, 2021, 61, 3927-3944. 2.5 15

8938 Electric Charge-Induced Active Control of Nucleate and Rapid Film Boiling at the Nanoscale: a
Molecular Perspective. Langmuir, 2021, 37, 10006-10019. 1.6 5

8939 Dielectric behavior of water in [bmim] [$$hbox {Tf}_2$$N] room-temperature ionic liquid: molecular
dynamic study. Theoretical Chemistry Accounts, 2021, 140, 1. 0.5 3

8940
Systematic Comparison of the Structural and Dynamic Properties of Commonly Used Water Models
for Molecular Dynamics Simulations. Journal of Chemical Information and Modeling, 2021, 61,
4521-4536.

2.5 94

8941 Investigation of Surfactantâ€“Membrane Interaction Using Molecular Dynamics Simulation with
Umbrella Sampling. ACS ES&T Engineering, 2021, 1, 1470-1480. 3.7 15

8942 The formation and growth model of a CO 2 hydrate layer based on molecular dynamics. AICHE Journal,
0, , e17406. 1.8 2

8943 Fluorination to enhance superlubricity performance between self-assembled monolayer and graphite
in water. Journal of Colloid and Interface Science, 2021, 596, 44-53. 5.0 15



488

Citation Report

# Article IF Citations

8944 Stern and Diffuse Layer Interactions during Ionic Strength Cycling. Journal of Physical Chemistry C,
2021, 125, 18002-18014. 1.5 20

8945 Electronic Circular Dichroism Spectra of DNA Quadruple Helices Studied by Molecular Dynamics
Simulations and Excitonic Calculations including Charge Transfer States. Molecules, 2021, 26, 4789. 1.7 3

8946 Kinetic pathways of water exchange in the first hydration shell of magnesium: Influence of water
model and ionic force field. Journal of Chemical Physics, 2021, 155, 084503. 1.2 14

8947 Accurate Estimation of Solvent Accessible Surface Area for Coarse-Grained Biomolecular Structures
with Deep Learning. Journal of Physical Chemistry B, 2021, 125, 9490-9498. 1.2 4

8948 DNAâ€“MBF1 study using molecular dynamics simulations. European Biophysics Journal, 2021, 50,
1055-1067. 1.2 2

8949
Targeted in situ cross-linking mass spectrometry and integrative modeling reveal the architectures of
three proteins from SARS-CoV-2. Proceedings of the National Academy of Sciences of the United States
of America, 2021, 118, .

3.3 32

8951 Shaping surfaces and interfaces of 2D materials on mica with intercalating water and ethanol.
Molecular Physics, 2021, 119, . 0.8 3

8952 Understanding the sorption behaviors of heavy metal ions in the interlayer and nanopore of
montmorillonite: A molecular dynamics study. Journal of Hazardous Materials, 2021, 416, 125976. 6.5 46

8953 Discovering potential inhibitors against SARS-CoV-2 by targeting Nsp13 Helicase. Journal of
Biomolecular Structure and Dynamics, 2022, 40, 12062-12074. 2.0 8

8954
Ion correlations drive charge overscreening and heterogeneous nucleation at solidâ€“aqueous
electrolyte interfaces. Proceedings of the National Academy of Sciences of the United States of
America, 2021, 118, .

3.3 28

8955
Water Confined in MIL-101(Cr): Unique Sorptionâ€“Desorption Behaviors Revealed by Diffuse Reflectance
Infrared Spectroscopy and Molecular Dynamics Simulation. Journal of Physical Chemistry C, 2021, 125,
17786-17795.

1.5 15

8956 Near-physiological-temperature serial crystallography reveals conformations of SARS-CoV-2 main
protease active site for improved drug repurposing. Structure, 2021, 29, 1382-1396.e6. 1.6 28

8957 Does mesoscopic elasticity control viscous slowing down in glassforming liquids?. Journal of
Chemical Physics, 2021, 155, 074502. 1.2 9

8958
Molecular Insights into Water Vapor Adsorption and Interfacial Moisture Stability of Hybrid
Perovskites for Robust Optoelectronics. International Journal of Heat and Mass Transfer, 2021, 175,
121334.

2.5 3

8959 Effect of an electric field on dewetting transition of nitrogen-water system. Chinese Physics B, 2022,
31, 036801. 0.7 2

8960 Cation- and pH-Dependent Hydrogen Evolution and Oxidation Reaction Kinetics. Jacs Au, 2021, 1,
1674-1687. 3.6 109

8961 Structural and biochemical characterization of the novel serpin Iripin-5 from <i>Ixodes ricinus</i>.
Acta Crystallographica Section D: Structural Biology, 2021, 77, 1183-1196. 1.1 8

8962 In-situ desorption of acetaminophen from the surface of graphene oxide driven by an electric field: A
study by molecular dynamics simulation. Chemical Engineering Journal, 2021, 418, 129391. 6.6 16



489

Citation Report

# Article IF Citations

8963 Continuous Water Filling in a Graphene Nanochannel: A Molecular Dynamics Study. Journal of
Physical Chemistry B, 2021, 125, 9824-9833. 1.2 9

8964 Specificity and Synergy at the Oilâ€“Brine Interface: New Insights from Experiments and Molecular
Dynamics Simulations. Energy &amp; Fuels, 2021, 35, 14647-14657. 2.5 15

8965 Graphene oxide membranes for lactose-free milk. Carbon, 2021, 181, 118-129. 5.4 12

8966 Maximum spreading factor for nanodroplets impacting a hydrophobic surface under a perpendicular
electric field. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2021, 623, 126769. 2.3 5

8967
Molecular Simulations of Feldspar Surfaces Interacting with Aqueous Inorganic Solutions:
Interfacial Water/Ion Structure and Implications for Ice Nucleation. ACS Earth and Space Chemistry,
2021, 5, 2169-2183.

1.2 15

8968 A simulation study of self-assembly behaviors and micellization properties of mixed ionic surfactants.
Journal of Molecular Liquids, 2021, 336, 116003. 2.3 18

8969 Wettability of a surface engraved with the periodic nanoscale trenches: Effects of geometry and
pressure. Journal of Molecular Liquids, 2021, 335, 116276. 2.3 7

8970 Molecular insight into photoresponsive surfactant regulated reversible emulsification and
demulsification processes. Journal of Molecular Liquids, 2021, 335, 116218. 2.3 8

8971 Thermal stability of a nanoporous graphene membrane candidate from an orthogonal-diagonal
nanotexture: A molecular dynamics test. Applied Surface Science, 2021, 558, 149955. 3.1 5

8972 Penetration and Displacement Behavior of N2 in Porous Interlayer Structures Containing Water/Salt
Component by Molecular Dynamics Simulation. Molecules, 2021, 26, 5168. 1.7 0

8973 Modeling of emergent memory and voltage spiking in ionic transport through angstrom-scale slits.
Science, 2021, 373, 687-691. 6.0 89

8974 Simulating PIP2-Induced Gating Transitions in Kir6.2 Channels. Frontiers in Molecular Biosciences,
2021, 8, 711975. 1.6 6

8975 A computational study of cooperative binding to multiple SARS-CoV-2 proteins. Scientific Reports,
2021, 11, 16307. 1.6 7

8976 Study on effect of different surface roughness on nanofluid flow in nanochannel by using
molecular dynamics simulation. Journal of Molecular Liquids, 2022, 346, 117148. 2.3 12

8977
Structure and dynamics of water confined in cylindrical nanopores with varying hydrophobicity.
Philosophical Transactions Series A, Mathematical, Physical, and Engineering Sciences, 2021, 379,
20200403.

1.6 7

8978
GPG-NH2 solutions: A model system for <mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
altimg="si13.svg"><mml:mrow><mml:mi>Î²</mml:mi></mml:mrow></mml:math>-turns formation.
Possible role of trehalose against drought. Journal of Molecular Liquids, 2021, 335, 116514.

2.3 4

8979 Molecular dynamics study of the effect of sodium and chloride ions on
water-surfactant-hydrocarbon interfaces. Chemical Physics, 2021, 548, 111243. 0.9 6

8980 The impact of the thermostats on the non-equilibrium computer simulations of the interfacial
thermal conductance. Molecular Simulation, 2022, 48, 87-98. 0.9 6



490

Citation Report

# Article IF Citations

8981 New Force-Field for Organosilicon Molecules in the Liquid Phase. ACS Physical Chemistry Au, 2021, 1,
54-69. 1.9 5

8983 The Role of Counterions in Intermolecular Radical Coupling of Ru-bda Catalysts. Topics in Catalysis, 0,
, 1. 1.3 0

8984 A microcanonical approach to temperature-transferable coarse-grained models using the relative
entropy. Journal of Chemical Physics, 2021, 155, 094102. 1.2 21

8985 Modification of local and collective dynamics of water in perchlorate solution, induced by pressure
and concentration. Journal of Molecular Liquids, 2021, 337, 116273. 2.3 1

8986 Hygromechanical mechanisms of wood cell wall revealed by molecular modeling and mixture rule
analysis. Science Advances, 2021, 7, eabi8919. 4.7 18

8987 Closer look into the structures of tetrabutylammonium bromideâ€“glycerol-based deep eutectic
solvents and their mixtures with water. Journal of Molecular Liquids, 2021, 338, 116676. 2.3 13

8988 A Martini Coarse Grained Model of Citrate-Capped Gold Nanoparticles Interacting with Lipid Bilayers.
Journal of Chemical Theory and Computation, 2021, 17, 6597-6609. 2.3 22

8989 Structural basis for the hyperthermostability of an archaeal enzyme induced by succinimide
formation. Biophysical Journal, 2021, 120, 3732-3746. 0.2 5

8990 Cold denaturation induced helix-to-helix transition and its implication to activity of helical
antifreeze protein. Journal of Molecular Liquids, 2021, 338, 116627. 2.3 7

8991 Thermophysical properties of water using reactive force fields. Journal of Chemical Physics, 2021, 155,
114501. 1.2 7

8992 How Do Urea and Trimethylamine <i>N</i>-Oxide Influence the Dehydration-Induced Phase Transition
of a Lipid Membrane?. Journal of Physical Chemistry B, 2021, 125, 10149-10165. 1.2 10

8993 High Water Density at Non-Ice-Binding Surfaces Contributes to the Hyperactivity of Antifreeze
Proteins. Journal of Physical Chemistry Letters, 2021, 12, 8777-8783. 2.1 11

8994 Slow Dynamics of Biological Water. Springer Proceedings in Physics, 2022, , 29-52. 0.1 0

8995
NMR Relaxation Rates of Quadrupolar Aqueous Ions from Classical Molecular Dynamics Using
Force-Field Specific Sternheimer Factors. Journal of Chemical Theory and Computation, 2021, 17,
6006-6017.

2.3 5

8996 On elemental and isotopic fractionation of noble gases in geological fluids by molecular diffusion.
Geochimica Et Cosmochimica Acta, 2021, 315, 172-184. 1.6 5

8997 In silico identification of SARS-CoV-2 cell entry inhibitors from selected natural antivirals. Journal of
Molecular Graphics and Modelling, 2021, 109, 108038. 1.3 9

8998 Computing the Structural Dynamics of RVFV L Protein Domain in Aqueous Glycerol Solutions.
Biomolecules, 2021, 11, 1427. 1.8 1

8999
Molecular Insight into the Effect of a Single-Nucleotide Polymorphic Variation on the Structure and
Dynamics of Methionine Synthase Reductase and Its Association with Neural Tube Defects. ACS Omega,
2021, 6, 26372-26380.

1.6 0



491

Citation Report

# Article IF Citations

9000
Adsorption of Phosphate Ions on the Basal and Edge Surfaces of Kaolinite in Low Salt Aqueous
Solutions Using Molecular Dynamics Simulations. Journal of Physical Chemistry C, 2021, 125,
21179-21190.

1.5 17

9002 The Structural and Dynamical Properties of the Hydration of SNase Based on a Molecular Dynamics
Simulation. Molecules, 2021, 26, 5403. 1.7 6

9003
Temperature Modulation of the DBDp53 Structure as Monitored by Static and Time-Resolved
Fluorescence Combined with Molecular Dynamics Simulations. Journal of Physical Chemistry B, 2021,
125, 10166-10173.

1.2 2

9004 Inhibition of the RNA-dependent RNA Polymerase of the SARS-CoV-2 by Short Peptide Inhibitors.
European Journal of Pharmaceutical Sciences, 2021, 167, 106012. 1.9 8

9005
Influence of external electric fields and temperature on the behavior of water and acetophenone
molecules in C120H242 chains: A molecular dynamics study. Materials Today Communications, 2021, 28,
102514.

0.9 0

9006
A Refined Molecular Dynamics Approach to Predict the Thermophysical Properties of Positively
Charged Alumina Nanoparticles Suspended in Water. International Journal of Thermofluids, 2021, 12,
100114.

4.0 9

9007 Z-DNA as a Touchstone for Additive Empirical Force Fields and a Refinement of the Alpha/Gamma DNA
Torsions for AMBER. Journal of Chemical Theory and Computation, 2021, 17, 6292-6301. 2.3 30

9008 Unveiling the hydroxyl-dependent viscosity of water in graphene oxide nanochannels via molecular
dynamics simulations. Chemical Physics Letters, 2021, 778, 138808. 1.2 11

9009 Effect of the alkyl chain and composition on the thermodynamics of mixing of small alcohols and
water. Journal of Molecular Liquids, 2021, 338, 116777. 2.3 5

9010 Anomalous ion transport through angstrom-scale pores: Effect of hydration shell exchange on ion
mobility. Applied Surface Science, 2021, 560, 150022. 3.1 11

9011 Rational Design of Nonbonded Point Charge Models for Highly Charged Metal Cations with
Lennard-Jones 12-6 Potential. Journal of Chemical Information and Modeling, 2021, 61, 4613-4629. 2.5 5

9012 Investigation of surface wettability and their influencing mechanisms under vibration field: A
molecular dynamics simulation study. Computational Materials Science, 2021, 197, 110615. 1.4 8

9013
How Ion Pair Formation Drives Adsorption in the Electrical Double Layer: Molecular Dynamics of
Charged Silicaâ€“Water Interfaces in the Presence of Divalent Alkaline Earth Ions. Journal of Physical
Chemistry C, 2021, 125, 20551-20569.

1.5 5

9014 Interactions of Tris with rutile surfaces and consequences for in vitro bioactivity testing. Open
Ceramics, 2021, 7, 100173. 1.0 0

9015 Molecular dynamics study on water evaporation/condensation parameters. Microfluidics and
Nanofluidics, 2021, 25, 1. 1.0 7

9016 Efficacy of Chondroprotective Food Supplements Based on Collagen Hydrolysate and Compounds
Isolated from Marine Organisms. Marine Drugs, 2021, 19, 542. 2.2 9

9017 Effects of Salts on the Solvation of Hydrophobic Objects in Water. Journal of Physical Chemistry B,
2021, 125, 11036-11043. 1.2 2

9018 Identification of potential plant bioactive as SARS-CoV-2 Spike protein and human ACE2 fusion
inhibitors. Computers in Biology and Medicine, 2021, 136, 104631. 3.9 75



492

Citation Report

# Article IF Citations

9019 The temperature dependence of the frequency of longitudinal excitations in liquid along isobars:
Simple liquid and water. Journal of Molecular Liquids, 2021, 337, 116450. 2.3 1

9020 A new approach to thermal responsivity and hydrodynamics of poly(N-isopropylacrylamide) in aqueous
solution: all-atom and mesoscopic simulations. Materials Research Express, 2021, 8, 105301. 0.8 2

9021
Identical Water Dynamics in Acrylamide Hydrogels, Polymers, and Monomers in Solution: Ultrafast IR
Spectroscopy and Molecular Dynamics Simulations. Journal of the American Chemical Society, 2021,
143, 14855-14868.

6.6 13

9022 Insights into the nano-structure of oil-brine-kaolinite interfaces: Molecular dynamics and
implications for enhanced oil recovery. Applied Clay Science, 2021, 211, 106203. 2.6 10

9023 Exploring EZH2-Proteasome Dual-Targeting Drug Discovery through a Computational Strategy to
Fight Multiple Myeloma. Molecules, 2021, 26, 5574. 1.7 2

9024 Entropic Stabilization of Water at Graphitic Interfaces. Journal of Physical Chemistry Letters, 2021, 12,
9162-9168. 2.1 5

9025 Distinct Chemistries Explain Decoupling of Slip and Wettability in Atomically Smooth Aqueous
Interfaces. Journal of Physical Chemistry Letters, 2021, 12, 9060-9067. 2.1 14

9026 Coalescence characteristics of bulk nanobubbles in water: A molecular dynamics study coupled with
theoretical analysis. Physical Review Fluids, 2021, 6, . 1.0 11

9027
On the Different Faces of the Supercritical Phase of Water at a Near-Critical Temperature:
Pressure-Induced Structural Transitions Ranging from a Gaslike Fluid to a Plastic Crystal Polymorph.
Journal of Physical Chemistry B, 2021, 125, 10260-10272.

1.2 11

9028
Molecular Mechanism of Methanol Inhibition in CALB-Catalyzed Alcoholysis: Analyzing Molecular
Dynamics Simulations by a Markov State Model. Journal of Chemical Theory and Computation, 2021, 17,
6570-6582.

2.3 5

9030
Fenugreek steroidal saponins hinder osteoclastogenic bone resorption by targeting CSF-1R which
diminishes the RANKL/OPG ratio. International Journal of Biological Macromolecules, 2021, 186,
351-364.

3.6 17

9031 Separation of boron and magnesium by stepwise crystallization of sulfuric acid leachate of
high-magnesium borate minerals. Hydrometallurgy, 2021, 204, 105703. 1.8 6

9032 Effects of surface nanostructure and wettability on pool boiling: A molecular dynamics study.
International Journal of Thermal Sciences, 2021, 167, 106980. 2.6 36

9033 Investigating the Accuracy of Water Models through the Van Hove Correlation Function. Journal of
Chemical Theory and Computation, 2021, 17, 5992-6005. 2.3 9

9034 Exploration of Gasâ€“Liquid Interfaces for Liquid Water and Methanol Using Extreme Ultraviolet Laser
Photoemission Spectroscopy. Journal of Physical Chemistry B, 2021, 125, 10514-10526. 1.2 5

9035 Two-dimensional monolayer salt nanostructures can spontaneously aggregate rather than dissolve
in dilute aqueous solutions. Nature Communications, 2021, 12, 5602. 5.8 12

9036 Deciphering the mechanical properties of <scp>Bâ€•DNA</scp> duplex. Wiley Interdisciplinary Reviews:
Computational Molecular Science, 2022, 12, e1575. 6.2 18

9037 Monte Carlo simulations for water adsorption in porous materials: Best practices and new insights.
AICHE Journal, 2021, 67, e17447. 1.8 19



493

Citation Report

# Article IF Citations

9038 Direct Calculation of Entropic Components in Cohesive Interaction Free Energies. Journal of Physical
Chemistry B, 2021, 125, 11026-11035. 1.2 2

9039 Three Reasons Why Aspartic Acid and Glutamic Acid Sequences Have a Surprisingly Different Influence
on Mineralization. Journal of Physical Chemistry B, 2021, 125, 10335-10343. 1.2 17

9040 Structural significance of Neprylysin from Streptococcus suis GZ1 in the degradation of AÎ² peptides, a
causative agent in Alzheimer's disease. Computers in Biology and Medicine, 2021, 136, 104691. 3.9 7

9041 The CTPase activity of ParB determines the size and dynamics of prokaryotic DNA partition complexes.
Molecular Cell, 2021, 81, 3992-4007.e10. 4.5 37

9042 Novel cytotoxic amphiphilic nitro-compounds derived from a synthetic route for paraconic acids.
Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2021, 626, 126984. 2.3 6

9043 Molecular dynamics study on water confinement in deep eutectic solvents. Journal of Molecular
Liquids, 2021, 339, 116758. 2.3 19

9044 Temperature and temporal heterogeneities of water dynamics in the physiological temperature range.
Journal of Molecular Liquids, 2021, 340, 117201. 2.3 3

9045 Multistep rational molecular design and combined docking for discovery of novel classes of
inhibitors of SARS-CoV-2 main protease 3CLpro. Chemical Physics Letters, 2021, 780, 138894. 1.2 22

9046 Temperature dependence of water cluster on functionalized graphite. Carbon, 2021, 183, 380-389. 5.4 8

9047 Role of cation size on swelling pressure and free energy of mica pores. Journal of Colloid and
Interface Science, 2021, 599, 694-705. 5.0 8

9048 Substrate curvature dependence of intrinsic contact angles. Extreme Mechanics Letters, 2021, 48,
101388. 2.0 12

9049
Two-phase solid/liquid mixture of water/carbon nanotubes at the equilibration phase of atomic
structures: Atomic value effects in a microchannel using the molecular dynamics method. Journal of
Molecular Liquids, 2021, 339, 116820.

2.3 6

9050
Prioritization of potential vaccine candidates and designing a multiepitope-based subunit vaccine
against multidrug-resistant Salmonella Typhi str. CT18: A subtractive proteomics and
immunoinformatics approach. Microbial Pathogenesis, 2021, 159, 105150.

1.3 15

9051
Temperature-dependent structure of 1-propanol/water mixtures: X-ray diffraction experiments and
computer simulations at low and high alcohol contents. Journal of Molecular Liquids, 2021, 340,
117188.

2.3 8

9052 Effects of hydrophobic solute on water normal modes. Chemical Physics, 2021, 550, 111303. 0.9 2

9053 Water adsorption behaviour on (001) pyrophyllite surface from ab initio Density Functional Theory
simulations. Applied Clay Science, 2021, 212, 106221. 2.6 6

9054 Comparison of the force fields on monomeric and fibrillar PHF6 of tau protein. Biophysical Chemistry,
2021, 277, 106631. 1.5 7

9055 Anomalous interfacial dynamics of single proton charges in binary aqueous solutions. Science
Advances, 2021, 7, eabg8568. 4.7 8



494

Citation Report

# Article IF Citations

9056
Design and synthesis of polyacrylic acid/deoxycholic acid-modified chitosan copolymer and a close
inspection of human growth hormone-copolymer interactions: An experimental and computational
study. Colloids and Surfaces B: Biointerfaces, 2021, 206, 111956.

2.5 4

9057 Rectification Correlation between Water and Ions through Asymmetric Graphene Channels. Journal
of Physical Chemistry B, 2021, 125, 11232-11241. 1.2 12

9058 Enhanced adsorption efficiency of graphene oxide by electrostatic field for Hg(II) removal from
water. Journal of Molecular Liquids, 2021, 341, 117410. 2.3 2

9059 Effect of temperature on wall sticking of heavy oil in low-temperature transportation. Journal of
Petroleum Science and Engineering, 2021, 206, 108944. 2.1 6

9061 Statics and dynamics of nanodroplet electrowetting on an isothermally heated nanostructured
surface. Journal of Molecular Liquids, 2021, 342, 117468. 2.3 2

9062 Genomics-guided targeting of stress granule proteins G3BP1/2 to inhibit SARS-CoV-2 propagation.
International Journal of Biological Macromolecules, 2021, 190, 636-648. 3.6 13

9063 Tetrahedral structure of supercooled water at ambient pressure and its influence on dynamic
relaxation: Comparative study of water models. Journal of Molecular Liquids, 2021, 341, 117269. 2.3 4

9064 Water adsorption isotherms on soil external particle surface by molecular simulation. Computers
and Geotechnics, 2021, 139, 104432. 2.3 10

9065
Molecular insight on the formation structure and dynamics of melatonin in an aqueous solution and
at the Waterâ€“Air interface: A molecular dynamics study. Journal of Molecular Graphics and
Modelling, 2021, 108, 107983.

1.3 4

9066 Electrocoalescence of two charged nanodroplets under different types of external electric fields.
Journal of Molecular Liquids, 2021, 341, 117417. 2.3 11

9067 Interactions in solventâ€“polycaprolactoneâ€“cellulose nanocrystalsâ€“polyvinyl pyrrolidone system:
Experiment and molecular dynamics simulation. Journal of Molecular Liquids, 2021, 341, 117409. 2.3 6

9068 Clinoptilolite/electrolyte interface probed by a classical molecular dynamics simulations and batch
adsorption experiments. Microporous and Mesoporous Materials, 2021, 328, 111406. 2.2 1

9069 Molecular dynamic simulation of polyhedral oligomeric silsesquioxane porphyrin molecules:
Self-assembly and influence on morphology. Materials Today Communications, 2021, 29, 102815. 0.9 2

9070 Rational design of 17Î²-hydroxysteroid dehydrogenase type3 for improving testosterone production
with an engineered Pichia pastoris. Bioresource Technology, 2021, 341, 125833. 4.8 8

9071 Bouncing dynamics of a nanodroplet impacting a superhydrophobic surface under perpendicular
electric fields. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2021, 630, 127617. 2.3 0

9072 A molecular dynamics study of Li speciation in hydrothermal fluids and silicate melts. Chemical
Geology, 2021, 584, 120528. 1.4 5

9073 The study of water wettability on solid surfaces by molecular dynamics simulation. Surface Science,
2021, 714, 121916. 0.8 10

9074 Modifying the hydrophobic nature of MAF-6. Separation and Purification Technology, 2021, 277, 119422. 3.9 3



495

Citation Report

# Article IF Citations

9075 Protein simulation in supercritical CO2: The challenge of force field. Journal of Molecular Liquids,
2021, 343, 117662. 2.3 6

9076
Crystal face dependent wettability of Î±-quartz: Elucidation by time-of-flight secondary ion mass
spectrometry techniques combined with molecular dynamics. Journal of Colloid and Interface
Science, 2022, 607, 1699-1708.

5.0 14

9077 Influence of ultrasound on the adsorption of single-walled carbon nanotubes to phenol: A study by
molecular dynamics simulation and experiment. Chemical Engineering Journal, 2022, 427, 131819. 6.6 21

9078 Mechanisms for kerogen wettability transition from water-wet to CO2-wet: Implications for CO2
sequestration. Chemical Engineering Journal, 2022, 428, 132020. 6.6 40

9079 A molecular dynamics investigation on the effects of electrostatic forces on nanoscale thin film
evaporation. International Journal of Heat and Mass Transfer, 2022, 182, 121981. 2.5 3

9080 Molecular dynamics study of droplet electrocoalescence in the oil phase and the gas phase.
Separation and Purification Technology, 2021, 278, 119622. 3.9 17

9081 Molecular dynamics simulation study on nanofilm boiling of water with insoluble gas. International
Journal of Thermal Sciences, 2022, 171, 107212. 2.6 6

9082 Molecular Dynamics Study on Performance of Olefin Sulfonate at the Decaneâ€“Water Interface: Effect
of Molecular Architecture. Fuel, 2022, 308, 122013. 3.4 18

9083 Identification of promising inhibitors for Plasmodium haemoglobinase Falcipain-2, using virtual
screening, molecular docking, and MD Simulation. Journal of Molecular Structure, 2022, 1248, 131427. 1.8 10

9084 Insight into molecular rearrangement of a sessile ionic nanodroplet with applied electric field.
Chemical Engineering Science, 2022, 247, 117083. 1.9 6

9085 Efficient solar domestic and industrial sewage purification via polymer wastewater collector.
Chemical Engineering Journal, 2022, 428, 131199. 6.6 16

9086 Force fields for waterâ€“surface interaction: is reproduction of the experimental water contact angle
enough?. Chemical Communications, 2021, 57, 3355-3358. 2.2 3

9087 Supramolecular kinetic effects by pillararenes: the synergism between spatiotemporal and
preorganization concepts in decarboxylation reactions. New Journal of Chemistry, 2021, 45, 6486-6494. 1.4 0

9088 Molecular Simulations of Electrotunable Lubrication: Viscosity and Wall Slip in Aqueous
Electrolytes. Tribology Letters, 2021, 69, 1. 1.2 8

9089 Uncovering a Universal Molecular Mechanism of Salt Ion Adsorption at Solid/Water Interfaces.
Langmuir, 2021, 37, 722-733. 1.6 25

9090
Structural Exploration of Rift Valley Fever Virus L Protein Domain in Implicit and Explicit Solvents by
Molecular Dynamics. Transactions on Computational Science and Computational Intelligence, 2021, ,
759-774.

0.3 1

9091 Structural and dynamic properties of some aqueous salt solutions. Physical Chemistry Chemical
Physics, 2021, 23, 15224-15235. 1.3 8

9092 Water in biodegradable glucoseâ€“waterâ€“urea deep eutectic solvent: modifications of structure and
dynamics in a crowded environment. Physical Chemistry Chemical Physics, 2021, 23, 12191-12203. 1.3 8



496

Citation Report

# Article IF Citations

9093 Determining Partial Atomic Charges for Liquid Water: Assessing Electronic Structure and Charge
Models. Journal of Chemical Theory and Computation, 2021, 17, 889-901. 2.3 15

9094 MD simulations reveal the basis for dynamic assembly of Hfqâ€“RNA complexes. Journal of Biological
Chemistry, 2021, 296, 100656. 1.6 11

9095
Fluidâ€“Fluid Interfacial Effects in Multiphase Flow during Carbonated Waterflooding in Sandstone:
Application of X-ray Microcomputed Tomography and Molecular Dynamics. ACS Applied Materials &amp;
Interfaces, 2021, 13, 5731-5740.

4.0 7

9096 Atomic resolution of short-range sliding dynamics of thymine DNA glycosylase along DNA
minor-groove for lesion recognition. Nucleic Acids Research, 2021, 49, 1278-1293. 6.5 13

9097 Substrate wettability guided oriented self assembly of Janus particles. Scientific Reports, 2021, 11, 1182. 1.6 12

9098 Self-Consistent Treatment of Solvation Structure with Electronic Structure Based on 3D-RISM
Theory. , 2021, , 487-508. 0

9099 Methods of Computer Simulation. Soft and Biological Matter, 2021, , 131-193. 0.3 0

9100 Effects of surface contamination on the interfacial properties of CO<sub>2</sub>/water/calcite
systems. Physical Chemistry Chemical Physics, 2021, 23, 18885-18892. 1.3 9

9101 Structure of SRSF1 RRM1 bound to RNA reveals an unexpected bimodal mode of interaction and
explains its involvement in SMN1 exon7 splicing. Nature Communications, 2021, 12, 428. 5.8 37

9102 Potential dependence of the ionic structure at the ionic liquid/water interface studied using MD
simulation. Physical Chemistry Chemical Physics, 2021, 23, 22367-22374. 1.3 7

9103
Ligand Affinities within the Open-Boundary Molecular Mechanics/Coarse-Grained Framework (I):
Alchemical Transformations within the Hamiltonian Adaptive Resolution Scheme. Journal of Physical
Chemistry B, 2021, 125, 789-797.

1.2 2

9104 Cation enrichment in the ion atmosphere is promoted by local hydration of DNA. Physical Chemistry
Chemical Physics, 2021, 23, 23203-23213. 1.3 10

9105 Factors controlling the molecular modification of one-dimensional zeolites. Physical Chemistry
Chemical Physics, 2021, 23, 18610-18617. 1.3 5

9106 Water-Mediated Attractive Interaction between Negatively Charged GO Nanosheets at the Airâ€“Water
Interface. Journal of Physical Chemistry C, 2021, 125, 845-853. 1.5 4

9107 Insights into the hydrogen bond network topology of phosphoric acid and water systems. Physical
Chemistry Chemical Physics, 2021, 23, 6213-6224. 1.3 9

9108 Molecular dynamics simulation of effect of temperature on Cu nanoparticles agglomeration of
nanofluids. Journal of Nanoparticle Research, 2021, 23, 1. 0.8 5

9110 Computer Simulation of Lipid Systems. Reviews in Computational Chemistry, 0, , 269-298. 1.5 15

9112 Prediction of EPR Spectra of Lyotropic Liquid Crystals using a Combination of Molecular Dynamics
Simulations and the Modelâ€•Free Approach. Chemistry - A European Journal, 2017, 23, 13192-13204. 1.7 9



497

Citation Report

# Article IF Citations

9113 Rapid Estimation of Relative Binding Affinities of Enzyme Inhibitors. , 2002, , 85-98. 3

9114 Dynamical Processes in Solution. , 2004, , 277-349. 1

9115 Solute Ions at Ice/Water Interface. NATO Science Series Series II, Mathematics, Physics and Chemistry,
2005, , 333-359. 0.1 4

9116 Computational Determination of the Relative Free Energy of Binding â€“ Application to Alanine Scanning
Mutagenesis. Challenges and Advances in Computational Chemistry and Physics, 2007, , 305-339. 0.6 6

9117 Structure and electrostatics of the surfactant-water interface. , 1997, , 146-154. 9

9118 Studies of Mineralâ€“Water Surfaces. Neutron Scattering Applications and Techniques, 2009, , 235-256. 0.2 7

9119 Theoretical Study of Nanostructured Biopolymers Using Molecular Dynamics Simulations: A Practical
Introduction. Nanoscience and Technology, 2007, , 555-585. 1.5 2

9120 Formalisms for the Explicit Inclusion of Electronic Polarizability in Molecular Modeling and
Dynamics Studies. Challenges and Advances in Computational Chemistry and Physics, 2009, , 219-257. 0.6 8

9121 Flexibility of Polysacharides Using Molecular Dynamics. , 1993, , 527-534. 1

9122 Molecular Dynamics Simulation of Proteins. Methods in Molecular Biology, 2020, 2073, 311-327. 0.4 47

9123 Molecular Simulations of Peptides: A Useful Tool for the Development of New Drugs and for the
Study of Molecular Recognition. Methods in Molecular Biology, 2009, 570, 77-153. 0.4 8

9124 Molecular Dynamics Simulations in Drug Discovery and Drug Delivery. Engineering Materials, 2020, ,
275-301. 0.3 7

9125 GROMEX: A Scalable and Versatile Fast Multipole Method for Biomolecular Simulation. Lecture Notes
in Computational Science and Engineering, 2020, , 517-543. 0.1 2

9126
Free Energy Gradient Method and Its Recent Related Developments: Free Energy Optimization and
Vibrational Frequency Analysis in Solution. Challenges and Advances in Computational Chemistry and
Physics, 2015, , 219-252.

0.6 4

9127 LAMMPSâ€™ PPPM Long-Range Solver for the Second Generation Xeon Phi. Lecture Notes in Computer
Science, 2017, , 61-78. 1.0 6

9128 Atomistic Simulation Studies of Polymers and Water. , 2006, , 59-65. 3

9129 Interactions of Polarizable Media inWater and the Hydrophobic Interaction. Lecture Notes in Physics,
2009, , 43-62. 0.3 2

9130 Development of Models for Large Molecules and Electrolytes in Solution for Process Engineering. ,
2010, , 165-176. 4



498

Citation Report

# Article IF Citations

9131 Interatomic Potentials. Springer Theses, 2010, , 33-49. 0.0 3

9132 Flow of Aqueous Solutions in Carbon Nanotubes. Lecture Notes in Computational Science and
Engineering, 2004, , 215-226. 0.1 10

9133 Atomistic Simulations of Electrolyte Solutions and Hydrogels with Explicit Solvent Models. , 2012, ,
185-199. 3

9134 A Test Set for Molecular Dynamics Algorithms. Lecture Notes in Computational Science and
Engineering, 2002, , 73-103. 0.1 3

9135 Nucleation of Ice in Large Water Clusters: Experiment and Simulation. Springer Series in Cluster
Physics, 2003, , 399-424. 0.3 13

9136 Nature of Many-Body Forces in Water Clusters and Bulk. Springer Series in Cluster Physics, 2003, , 7-23. 0.3 2

9137 Monte Carlo and Molecular Dynamics Simulations. , 1990, , 805-888. 18

9138 Investigation of the Thermodynamic Properties of a Polarizable Water Model in a Wide Range of
Pressures Around the Temperature of Maximum Density. , 2002, , 47-57. 1

9139 Magic and Mysteries of Modern Molecular Dynamics Simulations. , 2002, , 121-141. 1

9140 Neutron Diffraction Study of Water Polymorphism. , 2002, , 355-366. 1

9141 Dynamic Properties of Stretched Water. , 2002, , 417-422. 1

9142 Molecular Dynamics Techniques for Complex Molecular Systems. , 1995, , 421-461. 1

9143 Biomolecules at Phase Boundaries. Jerusalem Symposia on Quantum Chemistry and Biochemistry, 1995, ,
371-379. 0.2 1

9144 Solution Chemistry in Supercritical Water: Spectroscopy and Simulation. , 2000, , 323-343. 3

9145 Infra-Red Spectra of Hydrogen Bonded Systems: Theory and Experiment. , 2002, , 5-30. 11

9146 Empirical classical interaction functions for molecular simulation. , 1997, , 3-82. 26

9147 The development/application of a â€˜minimalistâ€™ organic/biochemical molecular mechanic force field
using a combination of ab initio calculations and experimental data. , 1997, , 83-96. 176

9148 Application of Computer Simulation in Exploring Influence of Alcohol on Aqueous Milieu of a
Gut-Brain Octapeptide, Cholecystokinin-8. Advances in Intelligent Systems and Computing, 2019, , 25-40. 0.5 2



499

Citation Report

# Article IF Citations

9149 Insights into the biased activity of dextromethorphan and haloperidol towards SARS-CoV-2 NSP6: in
silico binding mechanistic analysis. Journal of Molecular Medicine, 2020, 98, 1659-1673. 1.7 39

9150 Explicit and Implicit Water Models for Biomolecular Simulations. , 2019, , . 1

9152 Unified Framework of Multiscale Density Functional Theories and Its Recent Applications. Advances in
Chemical Engineering, 2015, 47, 1-83. 0.5 32

9153 Computational solvation dynamics: Implementation, application, and validation. Annual Reports in
Computational Chemistry, 2020, , 93-154. 0.9 1

9154 Hydrophilicity/hydrophobicity driven CO2 solubility in kaolinite nanopores in relation to carbon
sequestration. Chemical Engineering Journal, 2020, 398, 125449. 6.6 38

9155 Biomolecules at the amorphous silica/water interface: Binding and fluorescence anisotropy of
peptides. Colloids and Surfaces B: Biointerfaces, 2017, 157, 83-92. 2.5 5

9156 Influencing factors of droplet aggregation on hierarchical wedge-shaped functional surfaces.
Computational Materials Science, 2020, 175, 109616. 1.4 3

9157
Quantum chemical and molecular dynamics modeling of interaction of isomolecular dipeptides of
Î±-l-alanyl-Î±-l-alanine and Î²-alanyl-Î²-alanine with sodium dodecyl sulfate micelles. Computational and
Theoretical Chemistry, 2020, 1182, 112844.

1.1 7

9158 Data encryption-decryption based on crystal-induced emission enhancement (CIEE) properties of
barbituric acid derivatives. Dyes and Pigments, 2020, 180, 108408. 2.0 4

9159 Design, synthesis, and biological evaluation of dual targeting inhibitors of histone deacetylase 6/8
and bromodomain BRPF1. European Journal of Medicinal Chemistry, 2020, 200, 112338. 2.6 17

9160 A molecular dynamics simulation study of KF and NaF ion pairs in hydrothermal fluids. Fluid Phase
Equilibria, 2020, 518, 112625. 1.4 11

9161 Light-induced latent heat reduction of silver nanofluids: A molecular dynamics simulation.
International Journal of Heat and Mass Transfer, 2020, 162, 120343. 2.5 9

9162 How does microwave irradiation affect the mechanism of water reorientation?. Journal of Molecular
Liquids, 2020, 302, 112522. 2.3 12

9163 Molecular insight into the boundary conditions of water flow in clay nanopores. Journal of
Molecular Liquids, 2020, 311, 113292. 2.3 23

9164 Liquidâ€“liquid interfaces: Waterâ€“perfluoroalkanes and waterâ€“perfluoroalkylalkanes, experimental
interfacial tensions and molecular simulation. Journal of Molecular Liquids, 2020, 312, 113385. 2.3 15

9165 Characterisation of the Surface Chemistry of Activated Carbon by Molecular Simulation of Water
Adsorption. Studies in Surface Science and Catalysis, 2002, 144, 131-138. 1.5 8

9168 Dimerization and Structural Stability of Amyloid Precursor Proteins Affected by the Membrane
Microenvironments. Journal of Chemical Information and Modeling, 2017, 57, 1375-1387. 2.5 23

9169 General Theory of Fragment Linking in Molecular Design: Why Fragment Linking Rarely Succeeds and
How to Improve Outcomes. Journal of Chemical Theory and Computation, 2021, 17, 450-462. 2.3 21



500

Citation Report

# Article IF Citations

9170 Attach-Pull-Release Calculations of Ligand Binding and Conformational Changes on the First BRD4
Bromodomain. Journal of Chemical Theory and Computation, 2017, 13, 3260-3275. 2.3 49

9171 Development and Testing of an All-Atom Force Field for Diketopyrrolopyrrole Polymers with
Conjugated Substituents. Journal of Physical Chemistry B, 2020, 124, 11030-11039. 1.2 6

9172 Examining the Hofmeister Series through Activation Energies: Water Diffusion in Aqueous
Alkali-Halide Solutions. Journal of Physical Chemistry B, 2021, 125, 350-359. 1.2 11

9173 Computational Evaluation of Carriers in Facilitated Transport Membranes for Postcombustion
Carbon Capture. Journal of Physical Chemistry C, 2020, 124, 25322-25330. 1.5 25

9174 Snap-through in Graphene Nanochannels: With Application to Fluidic Control. ACS Applied Materials
&amp; Interfaces, 2021, 13, 1158-1168. 4.0 11

9175 How the Shape and Chemistry of Molecular Penetrants Control Responsive Hydrogel Permeability. ACS
Nano, 2021, 15, 614-624. 7.3 30

9176 Electrochemical and Computational Insights on the Application of Expired Metformin Drug as a Novel
Inhibitor for the Sweet Corrosion of C1018 Steel. ACS Omega, 2021, 6, 65-76. 1.6 29

9177 Microscopic Origin of the Surface Tension Anomaly of Water. Langmuir, 2014, 30, 2969-2972. 1.6 26

9179 On the validity of linear response approximations regarding the solvation dynamics of polyatomic
solutes. Physical Chemistry Chemical Physics, 2017, 19, 10940-10950. 1.3 16

9180 Aqueous solvation of the chloride ion revisited with density functional theory: impact of
correlation and exchange approximations. Physical Chemistry Chemical Physics, 2020, 22, 10666-10675. 1.3 20

9181 The role of urea in the solubility of cellulose in aqueous quaternary ammonium hydroxide. RSC
Advances, 2020, 10, 5919-5929. 1.7 9

9182
<i>Ab initio</i> metadynamics calculations of dimethylamine for probing p<i>K</i><sub>b</sub>
variations in bulk <i>vs.</i> surface environments. Physical Chemistry Chemical Physics, 2020, 22,
26265-26277.

1.3 17

9183 Specific ion effects control the thermoelastic behavior of nanolayered materials: the case of
crystalline alkali-silica reaction products. Physical Chemistry Chemical Physics, 2020, 22, 27800-27810. 1.3 5

9184 Assessing long-range contributions to the charge asymmetry of ion adsorption at the airâ€“water
interface. Chemical Science, 2020, 11, 11791-11800. 3.7 17

9185
nMoldyn - Interfacing spectroscopic experiments, molecular dynamics simulations and models for
time correlation functions. Ã‰cole ThÃ©matique De La SociÃ©tÃ© FranÃ§aise De La Neutronique, 2011, 12,
201-232.

0.2 38

9186 Condensed phase QM/MM simulations utilizing the exchange core functions to describe exchange
repulsions at the QM boundary region. Journal of Chemical Physics, 2016, 145, 084107. 1.2 3

9187 Dynamics and structural behavior of water in large confinement with planar amorphous walls.
Journal of Chemical Physics, 2017, 147, 024705. 1.2 1

9188 Pressure correction for solvation theories. Journal of Chemical Physics, 2020, 152, 191103. 1.2 4



501

Citation Report

# Article IF Citations

9189 An efficient and accurate model for water with an improved non-bonded potential. Journal of
Chemical Physics, 2020, 153, 134105. 1.2 3

9190 Shape evolution and scaling analysis of soluble cylinders in dissolutive flow. Physics of Fluids, 2020,
32, 102103. 1.6 7

9191 Macroscopic surface charges from microscopic simulations. Journal of Chemical Physics, 2020, 153,
164709. 1.2 11

9192 A new interpretation of the absorption and the dual fluorescence of Prodan in solution. Journal of
Chemical Physics, 2020, 153, 244104. 1.2 10

9193 Hierarchical thermal transport in nanoconfined water. Journal of Chemical Physics, 2020, 153, 234701. 1.2 10

9194 Effect of trehalose on protein cryoprotection: Insights into the mechanism of slowing down of
hydration water. Journal of Chemical Physics, 2020, 153, 224503. 1.2 13

9195 On the role of hydrogen-bond exchanges in the spectral diffusion of water. Journal of Chemical
Physics, 2021, 154, 064501. 1.2 16

9196
Mirror-image antiparallel Î²-sheets organize water molecules into superstructures of opposite
chirality. Proceedings of the National Academy of Sciences of the United States of America, 2020, 117,
32902-32909.

3.3 19

9197 Calculation of free energy for molecular crystals by thermodynamic integration. Molecular Physics,
1995, 86, 385-396. 0.8 26

9198 Water nanodroplet on a graphene surfaceâ€”a new old system. Journal of Physics Condensed Matter,
2016, 28, 495002. 0.7 13

9199 Spontaneous dewetting transition of nanodroplets on nanopillared surface. Nanotechnology, 2020,
31, 225502. 1.3 4

9200 Novel adjustable monolayer carbon nitride membranes for high-performance saline water
desalination. Nanotechnology, 2021, 32, 045706. 1.3 4

9201 Humidity effect on peeling of monolayer graphene and hexagonal boron nitride. Nanotechnology,
2021, 32, 025302. 1.3 3

9202 Energy stored in nanoscale water capillary bridges formed between chemically heterogeneous
surfaces with circular patches. Chinese Physics B, 2020, 29, 114703. 0.7 3

9203 Modelling electrochemical systems with finite field molecular dynamics. JPhys Energy, 2020, 2, 032005. 2.3 38

9208 Molecular origin of contact line friction in dynamic wetting. Physical Review Fluids, 2018, 3, . 1.0 40

9209 Viscoelasticity of liquid water investigated using molecular dynamics simulations. Physical Review
Fluids, 2019, 4, . 1.0 13

9210 Molecular interpretation of the non-Newtonian viscoelastic behavior of liquid water at high
frequencies. Physical Review Fluids, 2020, 5, . 1.0 11



502

Citation Report

# Article IF Citations

9211 Hidden microscopic life of the moving contact line of a waterlike liquid. Physical Review Fluids, 2020,
5, . 1.0 12

9212 Slippage dynamics of confined water in graphene oxide capillaries. Physical Review Materials, 2018, 2, . 0.9 8

9213 Ambient conditions disordered-ordered phase transition of two-dimensional interfacial water
molecules dependent on charge dipole moment. Physical Review Materials, 2019, 3, . 0.9 8

9214 Atomistic simulations of the thermal conductivity of liquids. Physical Review Materials, 2020, 4, . 0.9 9

9215 Validating first-principles molecular dynamics calculations of oxide/water interfaces with x-ray
reflectivity data. Physical Review Materials, 2020, 4, . 0.9 12

9216 Nonreciprocal interactions induced by water in confinement. Physical Review Research, 2020, 2, . 1.3 29

9217 Accurate optimization of amino acid form factors for computing small-angle X-ray scattering
intensity of atomistic protein structures. Journal of Applied Crystallography, 2016, 49, 1148-1161. 1.9 21

9218 Molecular Simulation of the Contact Angle of Water Droplet on a Platinum Surface. , 2005, , . 4

9219 Molecular modeling of the process of reversible dissolution of the collagen protein under the
action of tissue-clearing agents. , 2018, , . 1

9220 Coarse-grained potential for interaction with a spherical colloidal particle and planar wall.
Collection of Czechoslovak Chemical Communications, 2010, 75, 527-545. 1.0 2

9221 Effect of Electrolyte Cations on Organic Electrosynthesis: The Case of Adiponitrile Electrochemical
Production. Journal of the Electrochemical Society, 2020, 167, 155526. 1.3 15

9222 Nano-metering of Solvated Biomolecules Or Nanoparticles from Water Self-Diffusivity in Bio-inspired
Nanopores. Nanoscale Research Letters, 2019, 14, 336. 3.1 3

9223 Single-File Water Flux Through Two-Dimensional Nanoporous Membranes. Nanoscale Research
Letters, 2020, 15, 204. 3.1 7

9224 Atomistic Models and Force Fields. , 2001, , . 16

9226 Rational Design of Selective Industrial Performance Chemicals Based on Molecular Modeling
Computations. , 2012, , 27-64. 2

9227 Molecular Dynamics Simulation Analysis of Solutions and Surfaces in Nonsulfide Flotation Systems. ,
2012, , 107-156. 3

9228 Properties of Nanofluid. , 2015, , 1-44. 1

9229 Diffusion and Cluster Formation near NaCl Solution/Organic Solvent Interface in a Crystallization
Process. Journal of Chemical Engineering of Japan, 2009, 42, 346-350. 0.3 5



503

Citation Report

# Article IF Citations

9230 Potentials of Mean Force for Hydrophilic-Hydrophobic Solute Pairs in Water. Journal of Chemical
Engineering of Japan, 2005, 38, 465-477. 0.3 7

9232 PROPERTIES OF AQUEOUS SYSTEMS RELEVANT TO THE SCWR VIA MOLECULAR DYNAMICS SIMULATIONS.
AECL Nuclear Review, 2015, 4, 9-22. 0.1 9

9233 Molecular Modeling of the Vibrational Spectra of Interlayer and Surface Species of Layered Double
Hydroxides. , 2005, , . 9

9234 Tipping the Scale from Disorder to Alpha-helix: Folding of Amphiphilic Peptides in the Presence of
Macroscopic and Molecular Interfaces. PLoS Computational Biology, 2015, 11, e1004328. 1.5 33

9235 Methionine Sulfoxides on Prion Protein Helix-3 Switch on the Î±-Fold Destabilization Required for
Conversion. PLoS ONE, 2009, 4, e4296. 1.1 53

9236 Structural Insights from Binding Poses of CCR2 and CCR5 with Clinically Important Antagonists: A
Combined In Silico Study. PLoS ONE, 2012, 7, e32864. 1.1 43

9237 Conformational Preference of â€˜CÎ±NNâ€™ Short Peptide Motif towards Recognition of Anions. PLoS ONE,
2013, 8, e57366. 1.1 12

9238 Active-State Models of Ternary GPCR Complexes: Determinants of Selective Receptor-G-Protein
Coupling. PLoS ONE, 2013, 8, e67244. 1.1 37

9239 Molecular Dynamics Simulations of Sonic Hedgehog-Receptor and Inhibitor Complexes and Their
Applications for Potential Anticancer Agent Discovery. PLoS ONE, 2013, 8, e68271. 1.1 12

9240 Comparative Analyses of Lipoprotein Lipase, Hepatic Lipase, and Endothelial Lipase, and Their Binding
Properties with Known Inhibitors. PLoS ONE, 2013, 8, e72146. 1.1 19

9241 Mechanism of Deep-Sea Fish Î±-Actin Pressure Tolerance Investigated by Molecular Dynamics
Simulations. PLoS ONE, 2014, 9, e85852. 1.1 20

9242 Comparative Computational Study of Interaction of C60-Fullerene and Tris-Malonyl-C60-Fullerene
Isomers with Lipid Bilayer: Relation to Their Antioxidant Effect. PLoS ONE, 2014, 9, e102487. 1.1 30

9243
Structural Models of Zebrafish (Danio rerio) NOD1 and NOD2 NACHT Domains Suggest Differential ATP
Binding Orientations: Insights from Computational Modeling, Docking and Molecular Dynamics
Simulations. PLoS ONE, 2015, 10, e0121415.

1.1 31

9244 Relative Entropy and Optimization-Driven Coarse-Graining Methods in VOTCA. PLoS ONE, 2015, 10,
e0131754. 1.1 55

9245 Comparative MD Simulations Indicate a Dual Role for Arg1323.50 in Dopamine-Dependent D2R
Activation. PLoS ONE, 2016, 11, e0146612. 1.1 8

9246 DNA Repair Gene (XRCC1) Polymorphism (Arg399Gln) Associated with Schizophrenia in South Indian
Population: A Genotypic and Molecular Dynamics Study. PLoS ONE, 2016, 11, e0147348. 1.1 16

9247 Functional and Structural Analyses of CYP1B1 Variants Linked to Congenital and Adult-Onset
Glaucoma to Investigate the Molecular Basis of These Diseases. PLoS ONE, 2016, 11, e0156252. 1.1 26

9248 Structural Dynamics Investigation of Human Family 1 &amp; 2 Cystatin-Cathepsin L1 Interaction: A
Comparison of Binding Modes. PLoS ONE, 2016, 11, e0164970. 1.1 11



504

Citation Report

# Article IF Citations

9249 An accurate coarse-grained model for chitosan polysaccharides in aqueous solution. PLoS ONE, 2017,
12, e0180938. 1.1 25

9250 Structural analysis of human glycoprotein butyrylcholinesterase using atomistic molecular
dynamics: The importance of glycosylation site ASN241. PLoS ONE, 2017, 12, e0187994. 1.1 15

9251 Exploring the binding sites and binding mechanism for hydrotrope encapsulated griseofulvin drug on
Î³-tubulin protein. PLoS ONE, 2018, 13, e0190209. 1.1 6

9253 Water sorption hysteresis in wood: III physical modeling by molecular simulation. Holzforschung,
2017, 71, 733-741. 0.9 10

9254 Numerical simulation of thermal conductivity of aqueous nanofluids containing graphene
nanosheets using molecular dynamics simulation. MOJ Applied Bionics and Biomechanics, 2018, 2, . 0.2 4

9255 Potential in the Multipole Approximation. Ukrainian Journal of Physics, 2013, 58, 278-288. 0.1 10

9256
Concentration Dependences of the Dynamic Properties of NaCl Aqueous Solution on the Basis of the
Results of Molecular Dynamics and Quasi-Elastic Neutron Scattering Researches. Ukrainian Journal of
Physics, 2015, 60, 503-510.

0.1 3

9257 Physical Nature of Hydrogen Bond. Ukrainian Journal of Physics, 2015, 60, 960-974. 0.1 8

9258 Positively and Negatively Hydrated Counterions in Molecular Dynamics Simulations of DNA Double
Helix. Ukrainian Journal of Physics, 2020, 65, 510. 0.1 6

9259 Adsorption of Phenolic Organic Pollutants on Graphene Oxide: Molecular Dynamics Study. Wuji
Cailiao Xuebao/Journal of Inorganic Materials, 2020, 35, 277. 0.6 5

9260 Molecular Dynamics Simulations of Glutamate Diffusion in Synaptic Cleft. Critical Reviews in
Neurobiology, 2006, 18, 61-69. 3.3 4

9261 A molecular dynamics simulation of a water droplet in contact with a platinum surface. , 2002, , . 3

9262 Multiscale Simulation of Electroosmotic Transport Using Embedding Techniques. International
Journal for Multiscale Computational Engineering, 2004, 2, 173-188. 0.8 27

9263 Getting Phosphorylated: Is it Necessary to be Solvent Accessible ?. Proceedings of the Indian National
Science Academy, 2015, 81, . 0.5 1

9264 In Vitro Holdase Activity of E. coli Small Heat-Shock Proteins IbpA, IbpB and IbpAB: A Biophysical Study
with Some Unconventional Techniques. Protein and Peptide Letters, 2014, 21, 564-571. 0.4 9

9265 Protein-Ligand Docking in the New Millennium â€“ A Retrospective of 10 Years in the Field. Current
Medicinal Chemistry, 2013, 20, 2296-2314. 1.2 197

9266 Mechanism of A pH-induced Peptide Inserting into a POPC Bilayer: A Molecular Dynamic Study. Current
Pharmaceutical Biotechnology, 2014, 15, 814-822. 0.9 2

9267 2,4-Dichloro-5-[(N-aryl/alkyl)sulfamoyl]benzoic Acid Derivatives: In Vitro Antidiabetic Activity,
Molecular Modeling and In silico ADMET Screening. Medicinal Chemistry, 2019, 15, 186-195. 0.7 16



505

Citation Report

# Article IF Citations

9268 Structure and Dynamics of Pyrene-Labeled Poly(acrylic acid): Molecular Dynamics Simulation Study.
Chemistry and Chemical Technology, 2020, 14, 76-80. 0.2 3

9269 Basic Cell Size Dependence of Displacement for a Solvation Motor in a Lennard-Jones Solvent. Journal
of Computer Chemistry Japan, 2018, 17, 80-84. 0.0 2

9273 Complexation of Alkali and Alkaline-Earth Metal Cations at Spodumene-Saltwater Interfaces by
Molecular Simulation: Impact on Oleate Adsorption. Minerals (Basel, Switzerland), 2021, 11, 12. 0.8 11

9274 Ab Initio Molecular Dynamics Simulations of the Interaction between Organic Phosphates and
Goethite. Molecules, 2021, 26, 160. 1.7 7

9275 Characterization of Single Wall Carbon Nanotubes and Activated Carbon with Water Adsorption in
Finite-Length Pore Models. Engineering Journal, 2013, 17, 93-110. 0.5 2

9276
Effect of disulfide bridges deletion on the conformation of the androctonin, polyphemusin-I, and
thanatin antimicrobial peptides: molecular dynamics simulation studies. Journal of Biophysical
Chemistry, 2011, 02, 244-257.

0.1 3

9277 The diffusion and concentration effects of formamide on a TiO&lt;sub&gt;2&lt;/sub&gt; surface in the
presence of a water solvent. Natural Science, 2012, 04, 313-323. 0.2 2

9278 The role of disulfide bridges in the 3-D structures of the antimicrobial peptides gomesin and
protegrin-1: a molecular dynamics study. Genetics and Molecular Research, 2008, 7, 1070-1088. 0.3 5

9279 Structural and dynamic properties of SPC/E water. Papers in Physics, 0, 2, 020001. 0.2 9

9280 A criterion to identify the equilibration time in lipid bilayer simulations. Papers in Physics, 0, 4, 040005. 0.2 23

9281 Displacement behavior of methane in organic nanochannels in aqueous environment. Capillarity, 2020,
3, 56-61. 1.0 12

9282 Solvation of a Small Metal-Binding Peptide in Room-Temperature Ionic Liquids. Bulletin of the Korean
Chemical Society, 2012, 33, 3601-3606. 1.0 6

9283 Temperature Dependence on Structure and Self-Diffusion of Water: A Molecular Dynamics Simulation
Study using SPC/E Model. Bulletin of the Korean Chemical Society, 2013, 34, 3800-3804. 1.0 14

9284 Molecular Dynamics Simulation Study for Shear Viscosity of Water at High Temperatures using SPC/E
Water Model. Bulletin of the Korean Chemical Society, 2014, 35, 644-646. 1.0 5

9291 Simulating an electrochemical interface using charge dynamics. Condensed Matter Physics, 2005, 8,
335. 0.3 29

9292 Micro-Heterogeneity in Complex Liquids. , 0, , . 1

9293 Understanding Rifampicin Resistance in Tuberculosis through a Computational Approach. Genomics
and Informatics, 2014, 12, 276. 0.4 25

9294 Computational Modeling of Genetic and Biochemical Networks. , 2001, , . 87



506

Citation Report

# Article IF Citations

9295 Fundamentals and Applications of Electrowetting. Reviews of Adhesion and Adhesives, 2013, 1, 114-174. 3.3 149

9296 How well do force fields capture the strength of salt bridges in proteins?. PeerJ, 2018, 6, e4967. 0.9 58

9297 The combined action of cations and anions of ionic liquids modulates the formation and stability of
G-quadruplex DNA. Physical Chemistry Chemical Physics, 2021, 23, 24497-24504. 1.3 8

9298 Structural Characteristics in Local Hydration. Soft and Biological Matter, 2021, , 105-138. 0.3 0

9299 Electric fields and potentials in condensed phases. Physical Chemistry Chemical Physics, 2021, 23,
23836-23849. 1.3 2

9300 Hofmeister effects on protein stability are dependent on the nature of the unfolded state. Physical
Chemistry Chemical Physics, 2021, 23, 25210-25225. 1.3 2

9301 Aqueous interphase formed by CO2 brings electrolytes back to salt-in-water regime. Nature Chemistry,
2021, 13, 1061-1069. 6.6 57

9302 Molecular Dynamics Study on Water Flow Behaviour inside Planar Nanochannel Using Different
Temperature Control Strategies. Energies, 2021, 14, 6843. 1.6 2

9303 Water Solubility Trends in Ionic Liquids: The Quantitative Structureâ€“Property Relationship Model
versus Molecular Dynamics. Journal of Physical Chemistry B, 2021, 125, 11491-11497. 1.2 5

9304 Reduced Ionic Conductivity but Enhanced Local Ionic Conductivity in Nanochannels. Langmuir, 2021,
37, 12577-12585. 1.6 4

9305 Biochemical and structural characterization of beta-carbonic anhydrase from the parasite
Trichomonas vaginalis. Journal of Molecular Medicine, 2022, 100, 115-124. 1.7 4

9306 Consequences of Cylindrical Pore Geometry for Interfacial Phenomena in Reversed-Phase Liquid
Chromatography. Journal of Physical Chemistry B, 2021, 125, 11320-11336. 1.2 7

9307 Molecular dynamics simulation on wetting behaviors of n-octane and water droplets on
polytetrafluoroethylene surfaces. Chemical Physics Letters, 2021, 785, 139161. 1.2 4

9308 Impact of deep eutectic solvents and their constituents on the aqueous solubility of phloroglucinol
dihydrate. Journal of Molecular Liquids, 2021, 344, 117932. 2.3 15

9309 Simultaneous Energy Generation and Flow Enhancement (<i>Electroslippage Effect</i>) in
Polyelectrolyte Brush Functionalized Nanochannels. ACS Nano, 2021, 15, 17337-17347. 7.3 9

9310 Effect of Size and Temperature on Water Dynamics inside Carbon Nano-Tubes Studied by Molecular
Dynamics Simulation. Molecules, 2021, 26, 6175. 1.7 5

9311 DIPEND: An Open-Source Pipeline to Generate Ensembles of Disordered Segments Using
Neighbor-Dependent Backbone Preferences. Biomolecules, 2021, 11, 1505. 1.8 2

9312 Self-assembled nanomaterials of naphthalene monoimide in aqueous medium for multimodal detection
of picric acid. Journal of Photochemistry and Photobiology A: Chemistry, 2022, 423, 113599. 2.0 6



507

Citation Report

# Article IF Citations

9313
Similarities and Differences between Na<sup>+</sup> and K<sup>+</sup> Distributions around DNA
Obtained with Three Popular Water Models. Journal of Chemical Theory and Computation, 2021, 17,
7246-7259.

2.3 16

9314 Roles of paper composition and humidity on the adhesion between paper sheet and glass: a molecular
dynamics study. Cellulose, 0, , 1. 2.4 3

9315 Molecular Dynamics Study of the Conformation, Ion Adsorption, Diffusion, and Water Structure of
Soluble Polymers in Saline Solutions. Polymers, 2021, 13, 3550. 2.0 11

9316 Learning intermolecular forces at liquidâ€“vapor interfaces. Journal of Chemical Physics, 2021, 155,
164101. 1.2 26

9317 Electron Flow Characterization of Charge Transfer for Carbonic Acid to Strong Base Proton
Transfer in Aqueous Solution. Journal of Physical Chemistry B, 2021, 125, 11473-11490. 1.2 2

9318 Structural Stability of Insulin Oligomers and Protein Associationâ€“Dissociation Processes: Free
Energy Landscape and Universal Role of Water. Journal of Physical Chemistry B, 2021, 125, 11793-11811. 1.2 11

9319 Separation of Enantiomers through Local Vorticity: A Screw Model Mechanism. Journal of Physical
Chemistry B, 2021, 125, 11709-11716. 1.2 4

9320 Electropumping Phenomenon in Modified Carbon Nanotubes. Langmuir, 2021, 37, 12318-12326. 1.6 13

9321 Molecular dynamics simulations of the structure and dynamics of aqueous NaCl solutions on
extended quartz surfaces. Journal of Applied Physics, 2021, 130, . 1.1 5

9322 Hydrophobicity and Charge Distribution Effects in the Formation of Bioorganoclays. Minerals (Basel,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 382 Td (Switzerland), 2021, 11, 1102.0.8 1

9323
Deformation and breakup mechanism of water droplet in acidic crude oil emulsion under uniform
electric field: A molecular dynamics study. Colloids and Surfaces A: Physicochemical and Engineering
Aspects, 2022, 632, 127746.

2.3 21

9324
Insights from molecular dynamics on CO2 diffusion coefficient in saline water over a wide range of
temperatures, pressures, and salinity: CO2 geological storage implications. Journal of Molecular
Liquids, 2022, 345, 117868.

2.3 17

9325 Designing BH3-Mimetic Peptide Inhibitors for the Viral Bcl-2 Homologues A179L and BHRF1: Importance
of Long-Range Electrostatic Interactions. ACS Omega, 2021, 6, 26976-26989. 1.6 8

9326
Interactions of the AÎ²(1â€“42) Peptide with Boron Nitride Nanoparticles of Varying Curvature in an
Aqueous Medium: Different Pathways to Inhibit Î²-Sheet Formation. Journal of Physical Chemistry B,
2021, 125, 11159-11178.

1.2 8

9327 Activity coefficients of aqueous electrolytes from implicit-water molecular dynamics simulations.
Journal of Chemical Physics, 2021, 155, 184501. 1.2 7

9328 Amphiphilicity of Intricate Layered Graphene/g-C<sub>3</sub>N<sub>4</sub> Nanosheets. Journal of
Physical Chemistry B, 2021, 125, 11697-11708. 1.2 5

9329 Development and Validation of AMBER-FB15-Compatible Force Field Parameters for Phosphorylated
Amino Acids. Journal of Physical Chemistry B, 2021, 125, 11927-11942. 1.2 8

9330 Deciphering the molecular mechanism of water boiling at heterogeneous interfaces. Scientific
Reports, 2021, 11, 19858. 1.6 4



508

Citation Report

# Article IF Citations

9331 Specific Heat Capacity of Confined Water in Extremely Narrow Graphene Nanochannels. Frontiers in
Energy Research, 2021, 9, . 1.2 8

9332 Molecular docking and simulation studies of phytocompounds derived from Centella asiatica and
Andrographis paniculata against hexokinase II as mitocan agents. Mitochondrion, 2021, 61, 138-146. 1.6 12

9333 Heat capacity, isothermal compressibility, isosteric heat of adsorption and thermal expansion of
water confined in C-S-H. Cement, 2021, 6, 100015. 0.9 14

9334 Insights on the water effect on deep eutectic solvents properties and structuring: The archetypical
case of choline chlorideÂ +Â ethylene glycol. Journal of Molecular Liquids, 2021, 344, 117717. 2.3 52

9335

Comparison of the ionic effects of <mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
altimg="si39.svg"><mml:mrow><mml:msup><mml:mrow><mml:mi
mathvariant="normal">Ca</mml:mi></mml:mrow><mml:mrow><mml:mn>2</mml:mn><mml:mo>+</mml:mo></mml:mrow></mml:msup></mml:mrow></mml:math>
and <mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
altimg="si40.svg"><mml:mrow><mml:msup><mml:mrow><mml:mi
mathvariant="normal">Mg</mml:mi></mml:mrow><mml:mrow><mml:mn>2</mml:mn><mml:mo>+</mml:mo></mml:mrow></mml:msup></.

2.3 5

9336 Extension of PC-SAFT equation of state to include mineral surface effect in fluid properties using
molecular dynamic simulation. Sustainable Energy Technologies and Assessments, 2021, 48, 101624. 1.7 2

9337 Screening of zeolites for H2S adsorption in mixed gases: GCMC and DFT simulations. Microporous and
Mesoporous Materials, 2021, 328, 111495. 2.2 10

9338 Adsorption of water on carbon materials: The formation of â€œwater bridgeâ€• and its effect on water
adsorption. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2021, 631, 127719. 2.3 15

9339 Preferential binding affinity of ions and their effect on structure and dynamics of water near
antimicrobial peptide. Journal of Molecular Liquids, 2021, 344, 117789. 2.3 5

9340 MD Simulation of a Phospholipid Bilayer. , 2000, , 212-228. 0

9341 Molecular Dynamics Modeling of the Molecular Transport Through a Nanpore. , 2001, , 203-204. 0

9342 Simulations of Electron Transfer Proteins. , 2001, , . 0

9343 Unsolved Problems of Liquid Water. , 2002, , 308-324. 0

9344 Pure Water Structure and Hydration Forces for Protein Folding. , 2002, , 403-416. 0

9345 Free Energy for Liquids Out of Equilibrium. , 2002, , 556-571. 0

9352 Protein Hydration Water. Springer Series in Cluster Physics, 2003, , 213-225. 0.3 2

9353 Molecular Dynamics Study of n-Alcohols on Water. Hyomen Kagaku, 2004, 25, 152-156. 0.0 0

9354 Heterogeneities in the Dynamics of Supercooled Water. , 2004, , 145-161. 0



509

Citation Report

# Article IF Citations

9355 Simulations molÃ©culaires et leur analyse. European Physical Journal Special Topics, 2005, 130, 155-178. 0.2 0

9356 Solvent effects on biomolecular dynamics simulations: A comparison between TIP3P, SPC and SPC/E
water models acting on the Glucocorticoid receptor DNA-binding domain. , 2006, , 123-135. 0

9357
Prediction of Phase Equilibria for Water+Light Hydrocarbon Systems at High Temperatures and
Pressures by Cubic Equation of State with Information from Molecular Simulation. Kagaku Kogaku
Ronbunshu, 2006, 32, 25-30.

0.1 0

9360 Relation between Frequency and H Bond Length in Heavy Water. , 2006, , 1120-1123. 0

9361 Simulation of two-dimensional infrared spectra by numerical integration of the Schriidinger
equation. , 2006, , 1218-1221. 0

9362 A Control Algorithm for Multiscale Simulations of Liquid Water. Lecture Notes in Computer Science,
2008, , 234-241. 1.0 1

9363 Fundamentals of Liquids. NATO Science for Peace and Security Series B: Physics and Biophysics, 2008, ,
367-392. 0.2 1

9367 Phase Field Approaches to the Kinetic Modeling of Hydrate Phase Transitions. , 2009, , 758-769. 0

9368 A Molecular Dynamics Simulation for the Moving Water Droplet on Atomistically Smooth Solid
Surface. Transactions of the Korean Society of Mechanical Engineers, B, 2009, 33, 559-564. 0.0 1

9369 SH3 Domain Unfolding Pathway Studied by Protein Contact Network Model. International Journal of
Digital Content Technology and Its Applications, 2010, 4, 182-192. 0.1 0

9370 High tolerance to mutations in a Chlamydia trachomatis peptide deformylase loop. World Journal of
Biological Chemistry, 2011, 2, 90. 1.7 1

9371 Conformational behavior of stereo regular substituted polyglycolides is side chain dependent.
Journal of Biophysical Chemistry, 2011, 02, 285-299. 0.1 2

9372 Molecular dynamics simulation of promotion mechanism of store hydrogen of clathrate hydrate.
Wuli Xuebao/Acta Physica Sinica, 2011, 60, 128801. 0.2 1

9373 A guide to statistical physics issues in molecular simulations. Ã‰cole ThÃ©matique De La SociÃ©tÃ©
FranÃ§aise De La Neutronique, 2011, 12, 15-30. 0.2 0

9374 Reduced Density Matrix Theory for Vibrational Absorption Line Shape in Energy Transfer Systems:
Non-Condon Effects in Water. Bulletin of the Korean Chemical Society, 2011, 32, 439-443. 1.0 0

9377 Computational Studies of RNA Dynamics and RNAâ€“ Ligand Interactions. , 2011, , . 0

9378 Encapsulated Water Molecules in Polyoxometalates: Insights from Molecular Dynamics. NATO Science
for Peace and Security Series B: Physics and Biophysics, 2012, , 119-132. 0.2 0

9379 Molecular Modeling of Gas Treatment Processes with Emphasis to GTL Process. , 2012, , 319-325. 0



510

Citation Report

# Article IF Citations

9380 Use of quantum mechanics/molecular mechanics-based FEP method for calculating relative binding
affinities of FBPase inhibitors for type-2 diabetes. Highlights in Theoretical Chemistry, 2012, , 161-170. 0.0 0

9381 A Multiscale Approach to Investigate Wettability of Surfaces with Designed Coating. , 2012, , 203-212. 1

9383 Simulations of Unusual Properties of Water Inside Carbon Nanotubes. , 0, , . 1

9384 Diffusion of Water and Diatomic Oxygen in Poly(3-hexylthiophene) Melt: A Molecular Dynamics
Simulation Study. American Journal of Undergraduate Research, 2012, 11, . 0.3 0

9385 The Radial Distribution Functions of the Scaled OSS2 Water. Journal of the Korean Chemical Society,
2012, 56, 669-672. 0.2 0

9386 Atomistic Simulation of Nanodroplet Collisions with a Wall: Fragmentation and Impact Desolvation
of Macromolecules. Lecture Notes in Nanoscale Science and Technology, 2013, , 169-193. 0.4 1

9387 Quasi-Particle Approach to 2D IR Spectra of Vibrational Excitons in Biomolecules: Molecular Dynamics
versus Stochastic Simulation Protocols. , 2013, , 418-449. 0

9388 Field-Induced NanoscaleWater Bridges and Tip- Based Oxidation Nanolithography. , 2013, , . 0

9390 Kinetic Modelling of Droplet Heating and Evaporation. , 2014, , 179-244. 0

9391 Molecular Dynamics Simulations of Carbohydrates. , 1991, , 69-106. 0

9392 Simulation of the Ultrafast Optical Response of Water. Springer Proceedings in Physics, 1992, , 295-298. 0.1 0

9394 Novel Features in the Equation of State of Metastable Water. , 1994, , 53-60. 1

9395 Molecular Dynamics on a Water Model with Polarizability and Hyperpolarizability. , 1994, , 73-76. 0

9396 Simulation of the Far Infrared Spectrum of Liquid Water and Steam Along the Coexistence Curve from
the Triple Point to the Critical Point. , 1995, , 129-142. 0

9397 The Structure and Dynamics of Water at High Temperature and Pressure.. Review of High Pressure
Science and Technology/Koatsuryoku No Kagaku To Gijutsu, 1995, 4, 186-192. 0.1 2

9398 Trehalose in Solution and Its Interaction with Water and Biological Structures. Molecular Dynamics
Simulation. Nonlinear Phenomena and Complex Systems, 1996, , 359-365. 0.0 0

9399 Bilayer-Peptide Interactions. , 1996, , 323-352. 0

9400 Modeling The Structure of Ice as a Problem in Global Minimization. The IMA Volumes in Mathematics
and Its Applications, 1997, , 69-71. 0.5 0



511

Citation Report

# Article IF Citations

9401 Scale Invariance in Fluids with Anticorrelated Entropy-Specific Volume Fluctuations. , 1997, , 119-132. 0

9402 Hydrophobic Aggregation of Nonionic Surfactants in Aqueous Solution: An MD Simulation Study. ,
1999, , 126-133. 0

9403 Molecular Modeling of Polymers. , 1999, , 90-97. 0

9404 An Introduction to Water. , 2014, , 1-58. 0

9406 Water permeability in carbon nanotube arrays. Wuli Xuebao/Acta Physica Sinica, 2015, 64, 230201. 0.2 1

9407 Motion of the nanodrops driven by energy gradient on surfaces with different microstructures. Wuli
Xuebao/Acta Physica Sinica, 2015, 64, 064703. 0.2 1

9408 Structures, Energetics, and Spectroscopic Fingerprints of Water Clusters n = 2â€“24. , 2015, , 1-35. 0

9409 MODELAGEM MOLECULAR APLICADA A NANOBIOSSISTEMAS. , 2015, , 219-267. 0

9410 Development of a Massively Parallel QM/MM Approach Combined with a Theory of Solutions.
Challenges and Advances in Computational Chemistry and Physics, 2015, , 153-196. 0.6 0

9411 Calculation of Equilibrium Constant for Dimerization of Heavy Water Molecules in Saturated Vapor.
Ukrainian Journal of Physics, 2015, 60, 263-267. 0.1 0

9412 Influence Of Radiation On The Local Structure In A NaCl Aqueous Solution. Ukrainian Journal of
Physics, 2015, 60, 422-427. 0.1 2

9414 Molecular Dynamics Simulations for Waterâ€“Metal Interfacial Thermal Resistance. , 2016, , 27-54. 0

9415 Interface Resistance and Thermal Transport in Nano-Confined Liquids. , 2016, , 1-25. 0

9416 - Molecular Thermodynamic Modeling of Fluctuation Solution Theory Properties. , 2016, , 252-283. 0

9417 Charges of TIP4P water model for mixed quantum/classical calculations of OH stretching frequency
in liquid water. Rapid Communication in Photoscience, 2016, 5, 8-10. 0.1 0

9418 Computer Simulation of Evaporation Process of NaCl Aqueous Solution. Ukrainian Journal of Physics,
2016, 61, 812-818. 0.1 1

9419 Influence of Disulfide Bridge on the Structural Stability of Human Neuroglobin: A Molecular
Dynamics Simulation Using Latest Data Entry. Communications in Physics, 2016, 26, 151. 0.0 0

9421 Wetting kinetics of water droplets on the metallic glass. Wuli Xuebao/Acta Physica Sinica, 2017, 66,
176101. 0.2 0



512

Citation Report

# Article IF Citations

9429 silika yÃ¼zeylerin Ä±slanma hareketlerinin molekÃ¼ler dinamik ile modellenmesi. Journal of the Faculty of
Engineering and Architecture of Gazi University, 2018, 33, . 0.3 0

9431 Liquid Infiltration at the Nanoscale. Japanese Journal of Multiphase Flow, 2018, 32, 218-222. 0.1 0

9432 Hydrogen Bonds and Local Ordering of Water Molecules. , 0, , . 0

9433 Interactions of Heavy Ions with DNA and Radiative Aspects in Physics of Liquid Matter. Springer
Proceedings in Physics, 2019, , 275-299. 0.1 0

9434 Molecular dynamics simulation of characteristic water molecular arrangement on graphene surface
and wetting transparency of graphene. Wuli Xuebao/Acta Physica Sinica, 2019, 68, 086801. 0.2 0

9435 Microscopic Study of Solid/Fluid Interface with Molecular Dynamics. Springer Proceedings in Physics,
2019, , 73-89. 0.1 1

9436 Modeling and Simulation of Oligonucleotide Hybrids: Outlining a Strategy. Methods in Molecular
Biology, 2019, 2036, 113-126. 0.4 0

9437 Molecular Modeling and Drug Design Techniques in Microbial Drug Discovery. , 2019, , 185-231. 0

9443 Effect of Electric Field on Interfacial Thermal Resistance Between Silicon and Water at Nanoscales. ,
0, , . 0

9446 A Classical Molecular Dynamics Study of the Mg<sup>2+</sup> Coordination in Todorokite. Journal
of the Mineralogical Society of Korea, 2019, 32, 151-162. 0.2 0

9447 Suppression of Electrical and Water Tree by Additive Molecules: A Computational Insight. Lecture
Notes in Electrical Engineering, 2020, , 12-21. 0.3 0

9454 Molecular dynamics simulation of the heart type fatty acid binding protein in a crystal environment.
Journal of Biomolecular Structure and Dynamics, 2021, 39, 3459-3468. 2.0 2

9455 Electrowetting diminishes contact line friction in molecular wetting. Physical Review Fluids, 2020, 5, . 1.0 3

9457 Molecular Dynamics Simulation of Ultra-Fast Phase Transition in Water Nanofilms. Journal of Heat
Transfer, 2020, 142, . 1.2 2

9458
Molecular dynamics simulation of mass transfer characteristics of DMSO at the hexane/water
interface in the presence of amphiphilic Janus nanoparticles. Chemical Engineering Science, 2022, 248,
117231.

1.9 4

9459 Anisotropic Electrostatic Interactions in Coarse-Grained Water Models to Enhance the Accuracy and
Speed-Up Factor of Mesoscopic Simulations. Journal of Physical Chemistry B, 2021, 125, 12020-12027. 1.2 7

9460 Phospholipids dock SARS-CoV-2 spike protein via hydrophobic interactions: a minimal in-silico study of
lecithin nasal spray therapy. European Physical Journal E, 2021, 44, 132. 0.7 2

9461 Molecular dynamics simulations of nanoparticle-laden dropâ€“interface electrocoalescence behaviors
under direct and alternating current electric fields. Journal of Molecular Liquids, 2021, 344, 117875. 2.3 15



513

Citation Report

# Article IF Citations

9462 Molecular Simulation on Thermodynamic Swelling Behavior of Bilayer Graphene Oxide in Solvents.
Journal of Physical Chemistry C, 2021, 125, 24692-24701. 1.5 2

9463 Natural Products-Based Drug Design against SARS-CoV-2 Mpro 3CLpro. International Journal of
Molecular Sciences, 2021, 22, 11739. 1.8 24

9464 Research of seawater freezing based on TIP4P/ICE potential: A new algorithm for generating proton
disordered ice Ih. Chemical Physics Letters, 2022, 786, 139182. 1.2 4

9465 Interfacial Properties of Hydrophobic Deep Eutectic Solvents with Water. Journal of Physical
Chemistry B, 2021, 125, 12303-12314. 1.2 12

9466 Molecular Dynamics Simulations for the Design of Engineering Processes. , 2022, , 291-316. 0

9467 Investigation of Antidepressant Properties of Yohimbine by Employing Structure-Based Computational
Assessments. Current Issues in Molecular Biology, 2021, 43, 1805-1827. 1.0 18

9468 Computational Screening of MOFs and Zeolites for Direct Air Capture of Carbon Dioxide under Humid
Conditions. Journal of Physical Chemistry C, 2021, 125, 24630-24639. 1.5 30

9469 Virtual Cell Model for Osmotic Pressure Calculation of Charged Biomolecules. Journal of Chemical
Physics, 2021, 155, 194111. 1.2 1

9470 Droplet trajectories and collisions in gas forced vortexes: A molecular dynamics study. Chemical
Engineering Science, 2022, 248, 117242. 1.9 5

9471 O-Methylation in Carbohydrates: An NMR and MD Simulation Study with Application to
Methylcellulose. Journal of Physical Chemistry B, 2021, 125, 11967-11979. 1.2 7

9472 Computational spectroscopy of complex systems. Journal of Chemical Physics, 2021, 155, 170901. 1.2 27

9473 Adsorption of Single and Multiple Graphene-Oxide Nanoparticles at a Waterâ€“Vapor Interface.
Langmuir, 2021, 37, 13322-13330. 1.6 3

9474 Weakly hydrated anions bind to polymers but not monomers in aqueous solutions. Nature Chemistry,
2022, 14, 40-45. 6.6 57

9475 Review of research on micromechanical properties of cement-based materials based on molecular
dynamics simulation. Construction and Building Materials, 2021, 312, 125389. 3.2 27

9476 Molecular Dynamics Simulation and Measurement of Contact Angle of Water Droplet on a Platinum
Surface. , 2001, , . 5

9477 Computational insights into O-glycosylation in a CTLA4 Fc-fusion protein linker and its impact on
protein quality attributes. Computational and Structural Biotechnology Journal, 2020, 18, 3925-3935. 1.9 2

9478 Theoretical Study on the Water Solvent Effect on Hydrogenation Catalytic Reaction. Advances in
Material Chemistry, 2020, 08, 35-42. 0.0 1

9480 Origin of subdiffusions in proteins: Insight from peptide systems. Physical Review E, 2020, 102, 062424. 0.8 5



514

Citation Report

# Article IF Citations

9481 Identification of Protease Inhibition Mechanism by Iturin A against Agriculture Cutworm (Spodoptera) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 742 Td (litura) by Homology Modeling and Molecular Dynamics. Open Bioinformatics Journal, 2020, 13, 119-128.1.0 0

9482 Influence of Lipid Composition on the Insertion Process of Glyphosate into Membranes: A
Thermodynamic Study. Journal of Physical Chemistry B, 2021, 125, 184-192. 1.2 2

9483 Wetting and Drying Transitions of Water Nanodroplets on Suspended Graphene Bilayers. Journal of
Physical Chemistry C, 2020, 124, 28152-28158. 1.5 4

9484 Reversible electrowetting transitions on superhydrophobic surfaces. Physical Chemistry Chemical
Physics, 2021, 23, 27005-27013. 1.3 8

9485 Describing the adsorption of sodium tripolyphosphate on kaolinite surfaces in a saline medium by
molecular dynamics. Minerals Engineering, 2022, 175, 107280. 1.8 8

9486 Seeing the solvated electron in action: First-principles molecular dynamics of NO3âˆ’ and N2O
reduction. Radiation Physics and Chemistry, 2022, 190, 109810. 1.4 3

9487 Diffusion of glucose in water: A molecular dynamics study. Journal of Molecular Liquids, 2022, 345,
117826. 2.3 5

9488 Role of hydrogen bonds in thermal conductance at the graphene oxide-H2O interface. International
Journal of Heat and Mass Transfer, 2022, 183, 122125. 2.5 5

9489 Distinctive evaporation characteristics of water and ethanol on graphene nanostructured surfaces.
International Journal of Heat and Mass Transfer, 2022, 183, 122174. 2.5 9

9490 Structure analysis of aqueous Mg(NO3)2 solutions. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2022, 267, 120478. 2.0 5

9491 Molecular dynamic simulation of the impact of thermal maturity and reservoir temperature on the
contact angle and wettability of kerogen. Fuel, 2022, 309, 122039. 3.4 20

9492 Molecular dynamics simulations of two-phase flow of n-alkanes with water in quartz nanopores.
Chemical Engineering Journal, 2022, 430, 132800. 6.6 29

9493 Unexpected hydrophobicity on self-assembled monolayers terminated with two hydrophilic hydroxyl
groups. Nanoscale, 2021, 13, 19604-19609. 2.8 6

9494 Deciphering second harmonic generation signals. Chemical Science, 2021, 12, 15134-15142. 3.7 7

9496 Modeling heat transport in nanocomposites through multiple length scales. , 2020, , 127-153. 0

9497 Methods and Models. Springer Theses, 2020, , 25-33. 0.0 0

9498 Ion hydration and association in aqueous potassium tetrahydroxyborate solutions. Analyst, The, 2020,
145, 2245-2255. 1.7 6

9499
Molecular Dynamics Simulation of Human Pancreatic Lipase and Lipase-colipase Complex: Insight into
the Structural Fluctuations and Conformational Changes. International Journal of Computational
and Theoretical Chemistry, 2020, 8, 19.

0.5 1



515

Citation Report

# Article IF Citations

9501 Multiscale Simulations of Polyzwitterions in Aqueous Bulk Solutions and Brush Array
Configurations. Soft Matter, 2021, , . 1.2 8

9505 Insights into the Molecular Competitive Adsorption Mechanism of CH<sub>4</sub>/CO<sub>2</sub>
in a Kerogen Matrix in the Presence of Moisture, Salinity, and Ethane. Langmuir, 2021, 37, 12732-12745. 1.6 15

9506 The transcriptional corepressor CtBP2 serves as a metabolite sensor orchestrating hepatic glucose
and lipid homeostasis. Nature Communications, 2021, 12, 6315. 5.8 12

9507
Short-Range Imbalances in the AMBER Lennard-Jones Potential for (Deoxy)RiboseÂ·Â·Â·Nucleobase
Lone-PairÂ·Â·Â·Ï€ Contacts in Nucleic Acids. Journal of Chemical Information and Modeling, 2021, 61,
5644-5657.

2.5 5

9508 On the role of intermolecular vibrational motions for ice polymorphs. III. Mode characteristics
associated with negative thermal expansion. Journal of Chemical Physics, 2021, 155, 214502. 1.2 3

9509 <i>In silico</i> all-atom approach to thermodiffusion in dilute aqueous solutions. Journal of
Chemical Physics, 2021, 155, 174503. 1.2 5

9510 Liquid Structure of a Water-in-Salt Electrolyte with a Remarkably Asymmetric Anion. Journal of
Physical Chemistry B, 2021, 125, 12500-12517. 1.2 11

9511 Using Activation Energies to Elucidate Mechanisms of Water Dynamics. Journal of Physical Chemistry
A, 2021, 125, 9941-9952. 1.1 9

9512 Rigid Cations Induce Enhancement of Microheterogeneity and Exhibit Anomalous Ion Diffusion in
Waterâ€“Ethanol Mixtures. Journal of Physical Chemistry B, 2021, 125, 12274-12291. 1.2 3

9513 Second Harmonic Scattering Reveals Ion-Specific Effects at the SiO<sub>2</sub> and TiO<sub>2</sub>
Nanoparticle/Aqueous Interface. Journal of Physical Chemistry C, 2021, 125, 25261-25274. 1.5 11

9514 Diminished Fluid Transport through Carbon Nanochannels Induced by COOH Functionalization:
Implications for Nanofiltration and Oil Recovery. ACS Applied Nano Materials, 2021, 4, 11505-11512. 2.4 0

9518 Recent Progress in the Simulation of Classical Fluids. Topics in Applied Physics, 1992, , 121-204. 0.4 2

9519 Effects of bridge functions on radial distribution functions of liquid water. Interdisciplinary
Sciences, Computational Life Sciences, 2014, , . 2.2 0

9520 Monte Carlo Simulations of Chemical Reactions in Solution. , 2002, , 125-177. 0

9521 Conformational Stability of Biomolecules in Solution. , 2004, , 101-168. 1

9522 A Novel Definition of the Local and Instantaneous Liquid-Vapor Interface. , 2006, , 131-140. 1

9523 Gaining Insight into the Structure and Dynamics of Clayâ€“Polymer Nanocomposite Systems Through
Computer Simulation. , 2008, , 175-203. 0

9528 Conformational properties of complexes of poly(propylene imine) dendrimers with linear
polyelectrolytes in dilute solutions. Journal of Chemical Physics, 2020, 153, 194902. 1.2 3



516

Citation Report

# Article IF Citations

9529 Tuning the Water Desalination Performance of Graphenic Layered Nanomaterials by Element Doping
and Inter-Layer Spacing*. Chinese Physics Letters, 2020, 37, 116101. 1.3 1

9532 Strongly diluted dimethyl-imidazolium chlorideâ€“alcohol solutions: solvents are structurally
different but dynamic heterogeneities are similar. RSC Advances, 2021, 11, 37307-37316. 1.7 2

9533 Simulations and molecular-based theories. , 2022, , 83-105. 0

9534 A molecular perspective on induced charges on a metallic surface. Journal of Chemical Physics, 2021,
155, 204705. 1.2 10

9535 Molecular dynamics simulations of A-DNA in bivalent metal ions salt solution. Chinese Physics B, 2022,
31, 048702. 0.7 2

9536 Structure and Shape of Surface-Mediated Assembly of Surfactants. Energy &amp; Fuels, 0, , . 2.5 1

9537 Molecular Dynamics Assessment of Doxorubicin Adsorption on Surface-Modified Boron Nitride
Nanotubes (BNNTs). Journal of Physical Chemistry B, 2021, 125, 13168-13180. 1.2 7

9538 Structure and dynamics of nanoconfined water and aqueous solutions. European Physical Journal E,
2021, 44, 136. 0.7 38

9539 Molecular Dynamics of Heterogeneous Systems on GPUs and Their Application to Nucleation in Gas
Expanding to a Vacuum. Journal of Chemical Theory and Computation, 2021, 17, 7397-7405. 2.3 2

9540 Advances in the study of supercooled water. European Physical Journal E, 2021, 44, 143. 0.7 40

9541 Immunoinformatics-Based Designing of a Multi-Epitope Chimeric Vaccine From Multi-Domain Outer
Surface Antigens of Leptospira. Frontiers in Immunology, 2021, 12, 735373. 2.2 11

9542 Using Computationally-Determined Properties for Machine Learning Prediction of Self-Diffusion
Coefficients in Pure Liquids. Journal of Physical Chemistry B, 2021, 125, 12990-13002. 1.2 12

9543 Short Pyridine-Furan Springs Exhibit Bistable Dynamics of Duffing Oscillators. Nanomaterials, 2021, 11,
3264. 1.9 1

9544
Influence of solvent permittivity and divalent salt on micellization behavior of sodium dodecyl
sulfate: Conductivity measurements and simulation study. Journal of Molecular Liquids, 2022, 349,
118186.

2.3 14

9545 Effect of Surface Coverage of Water Molecules on Methane Adsorption on Muscovite and
Pyrophyllite: Molecular Dynamics Study. Energy &amp; Fuels, 2021, 35, 19986-19999. 2.5 6

9546 Comparative study of external electric field and potential effects on liquid water ions. Molecular
Physics, 0, , . 0.8 2

9547 Phase Behavior and Interfacial Properties of Salt-Tolerant Polymers: Insights from Molecular
Dynamics Simulations. ACS Applied Polymer Materials, 0, , . 2.0 7

9548 Membrane Fouling: Microscopic Insights into the Effects of Surface Chemistry and Roughness.
Advanced Theory and Simulations, 0, , 2100395. 1.3 7



517

Citation Report

# Article IF Citations

9550 Insights into the conformation changes of SARS-CoV-2 spike receptor-binding domain on graphene.
Applied Surface Science, 2021, , 151934. 3.1 11

9551 Calcium Ion Binding at the Lipidâ€“Water Interface Alters the Ion Permeability of Phospholipid Bilayers.
Langmuir, 2021, 37, 14026-14033. 1.6 9

9552 Water Nanoconfined in a Hydrophobic Pore: Molecular Dynamics Simulations of Transmembrane
Protein 175 and the Influence of Water Models. ACS Nano, 2021, 15, 19098-19108. 7.3 14

9553 Structure and rotational dynamics of water around hydrogen peroxide. Journal of Molecular
Liquids, 2022, 348, 118054. 2.3 3

9554 Experimental and theoretical studies of pegylated-Î²-cyclodextrin: A step forward to understand its
tunable self-aggregation abilities. Journal of Drug Delivery Science and Technology, 2022, 67, 102975. 1.4 3

9555
Early steps of oxidative damage in DNA quadruplexes are position-dependent: Quantum mechanical and
molecular dynamics analysis of human telomeric sequence containing ionized guanine. International
Journal of Biological Macromolecules, 2022, 194, 882-894.

3.6 2

9556 Electroassisted Filtration of Microfibrillated Cellulose: Insights Gained from Experimental and
Simulation Studies. Industrial &amp; Engineering Chemistry Research, 2021, 60, 17663-17676. 1.8 8

9557 Ultrafast Rotational and Translational Energy Relaxation in Neat Liquids. Journal of Physical
Chemistry B, 2021, 125, 12806-12819. 1.2 1

9558
Molecular dynamics simulations on the wet/dry self-latching and electric fields triggered wet/dry
transitions between nanosheets: A non-volatile memory nanostructure. Chinese Physics B, 2022, 31,
024703.

0.7 0

9559 The Crystal Structure of Cysteamine Dioxygenase Reveals the Origin of the Large Substrate Scope of
This Vital Mammalian Enzyme. Biochemistry, 2021, 60, 3728-3737. 1.2 10

9560 The role of hydrophobic hydration in the free energy of chemical reactions at the gold/water
interface: Size and position effects. Journal of Chemical Physics, 2021, 155, 204706. 1.2 10

9561 Systematic investigation on the abnormal surface and interfacial activity of fatty acid ionic liquids.
Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2022, 634, 127902. 2.3 6

9562 In silico structural analysis of secretory clusterin to assess pathogenicity of mutations identified in
the evolutionarily conserved regions. Journal of Biomolecular Structure and Dynamics, 2021, , 1-10. 2.0 6

9563 Hydrophobicity of Self-Assembled Monolayers of Alkanes: Fluorination, Density, Roughness, and
Lennard-Jones Cutoffs. Langmuir, 2021, 37, 13846-13858. 1.6 10

9564 Investigation of doped carbon nanotubes on desalination process using molecular dynamics
simulations. Journal of Molecular Liquids, 2022, 348, 118040. 2.3 24

9565 A molecular dynamics study on the synergistic lubrication mechanisms of graphene/water-based
lubricant systems. Tribology International, 2022, 167, 107356. 3.0 34

9566 Water adsorption in ideal and defective UiO-66 structures. Microporous and Mesoporous Materials,
2022, 330, 111555. 2.2 28

9567 Analysis of the Water Adsorption Mechanism in Metalâ€“Organic Framework MIL-101(Cr) by Molecular
Simulations. Journal of Physical Chemistry C, 2021, 125, 26755-26769. 1.5 18



518

Citation Report

# Article IF Citations

9568
Molecular dynamics study of â€œquasi-geminiâ€• surfactant at n-decane/water interface: The synergistic
effect of hydrophilic headgroups and hydrophobic tails of surfactants on the interface properties.
Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2022, 634, 127899.

2.3 12

9569 Ionic screening in bulk and under confinement. Journal of Chemical Physics, 2021, 155, 204501. 1.2 19

9570 Enabling high-energy-density aqueous batteries with hydrogen bond-anchored electrolytes. Matter,
2022, 5, 162-179. 5.0 98

9571 Reaction-Controlled Phase-Transfer Process of Polyoxometalate-Based Catalyst for Cellulose
Esterification: A Molecular Dynamics Study. Journal of Physical Chemistry C, 2021, 125, 25478-25487. 1.5 3

9572
Coupling effects of water content, temperature, oxygen density, and polytetrafluoroethylene loading
on oxygen transport through ionomer thin film on platinum surface in catalyst layer of proton
exchange membrane fuel cell. International Journal of Hydrogen Energy, 2022, 47, 4062-4074.

3.8 4

9573 Computational Investigations of a pH-Induced Structural Transition in a CTAB Solution with Toluic
Acid. Molecules, 2021, 26, 6978. 1.7 0

9574
Structure of an aqueous RbCl solution in the gigapascal pressure range by neutron diffraction
combined with empirical potential structure refinement modeling. Journal of Molecular Liquids, 2022,
348, 118080.

2.3 3

9575
Phenotypic and <i>in silico</i> studies for a series of synthetic thiosemicarbazones as New Delhi
metallo-beta-lactamase carbapenemase inhibitors. Journal of Biomolecular Structure and Dynamics,
2022, 40, 14223-14235.

2.0 3

9576 Molecular dynamics study on the use of Deep Eutectic Solvents for Enhanced Oil Recovery. Journal of
Petroleum Science and Engineering, 2022, 209, 109953. 2.1 15

9577 A Singular Behavior at the Electrolytes Solution Surfaces: Experimental and Simulation Investigation
over an Extended Range of Temperature. Fluid Phase Equilibria, 2021, , 113347. 1.4 2

9578 Destabilization of AÎ² fibrils by omega-3 polyunsaturated fatty acids: a molecular dynamics study.
Journal of Biomolecular Structure and Dynamics, 2023, 41, 581-598. 2.0 8

9579 Parallel-slipped Ï€âˆ’Ï€ electron-donorâˆ’acceptor in adsorption process: Molecular dynamics simulation.
Journal of Molecular Graphics and Modelling, 2021, 111, 108100. 1.3 1

9580 Molecular Dynamics Simulation of the Effects of Methane Hydrate Phase Transition on Mechanical
Properties of Deep-Sea Methane Hydrate-Bearing Soil. Advances in Civil Engineering, 2021, 2021, 1-10. 0.4 0

9581 Methodology and meaning of computing heat flux via atomic stress in systems with constraint
dynamics. Journal of Applied Physics, 2021, 130, . 1.1 20

9582 Surface-active ionic liquids: A review. Journal of Molecular Liquids, 2022, 347, 118160. 2.3 108

9583 Molecular insights on Ca2+/Na+ separation via graphene-based nanopores: The role of electrostatic
interactions to ionic dehydration. Chinese Journal of Chemical Engineering, 2022, 41, 220-229. 1.7 3

9584 ACE2 Peptide Fragment Interaction with Different S1 Protein Sites. International Journal of Peptide
Research and Therapeutics, 2022, 28, 7. 0.9 7

9585 The Q41R mutation in the HCV-protease enhances the reactivity towards MAVS by suppressing
non-reactive pathways. Physical Chemistry Chemical Physics, 2022, 24, 2126-2138. 1.3 1



519

Citation Report

# Article IF Citations

9586 Ion solvation and association and water structure in an aqueous cerium (III) chloride solution in the
gigapascal pressure range. Analytical Sciences, 2022, 38, 409-417. 0.8 4

9587 Site dependent catalytic water dissociation on anisotropic buckled black phosphorous surface.
Physical Chemistry Chemical Physics, 2022, 24, 2582-2591. 1.3 2

9590 A hybrid coarse-grained model for structure, solvation and assembly of lipid-like peptides. Physical
Chemistry Chemical Physics, 2022, 24, 1553-1568. 1.3 4

9591 Insertion free energy of PAP[5] water channels into block copolymer membranes. Molecular Systems
Design and Engineering, 2022, 7, 273-284. 1.7 4

9592
Temperature-Transferable Coarse-Grained Model for Poly(propylene oxide) to Study
Thermo-Responsive Behavior of Triblock Copolymers. Journal of Physical Chemistry B, 2022, 126,
292-307.

1.2 6

9593 Superscalability of the random batch Ewald method. Journal of Chemical Physics, 2022, 156, 014114. 1.2 14

9594 HDX-MS and MD Simulations Provide Evidence for Stabilization of the IgG1â€”FcÎ³RIa (CD64a) Immune
Complex Through Intermolecular Glycoprotein Bonds. Journal of Molecular Biology, 2022, 434, 167391. 2.0 7

9595
Ab Initio Molecular Dynamics Study of Aqueous Solutions of Magnesium and Calcium Nitrates:
Hydration Shell Structure, Dynamics and Vibrational Echo Spectroscopy. Journal of Physical
Chemistry B, 2022, 126, 528-544.

1.2 5

9596 Molecular insights into the electrowetting behavior of aqueous ionic liquids. Physical Chemistry
Chemical Physics, 2022, 24, 1803-1813. 1.3 2

9597 Multiscale modeling of ion transport in porous electrodes. AICHE Journal, 2022, 68, e17571. 1.8 13

9598 Using atomic charges to model molecular polarization. Physical Chemistry Chemical Physics, 2022, 24,
1926-1943. 1.3 10

9599 Quantifying interfacial tensions of surface nanobubbles: How far can Young's equation explain?.
Nanoscale, 2022, 14, 2446-2455. 2.8 10

9600 Deciphering the non-linear impact of Al on chemical durability of silicate glass. Acta Materialia, 2022,
225, 117478. 3.8 17

9601 Solvation of gold nanoparticles passivated with functionalized alkylthiols: A molecular dynamics
study. Journal of Molecular Liquids, 2022, 347, 118342. 2.3 0

9602 A systematic and critical review of application of molecular dynamics simulation in low salinity
water injection. Advances in Colloid and Interface Science, 2022, 300, 102594. 7.0 21

9603 Artesunate induces substantial topological alterations in the SARS-CoV-2 Nsp1 protein structure.
Journal of King Saud University - Science, 2022, 34, 101810. 1.6 8

9604
Molecular dynamics investigation of the liquid-gas interface behavior: Simulations of the sodium
oleate/sodium abietate/water system. Colloids and Surfaces A: Physicochemical and Engineering
Aspects, 2022, 635, 128086.

2.3 1

9605 A molecular dynamics investigation of La3+ and Lu3+-ligand speciation in aqueous solution. Journal of
Molecular Liquids, 2022, 347, 118367. 2.3 4



520

Citation Report

# Article IF Citations

9606 Conformational dynamics of polymers in ethylammonium nitrate from advanced sampling methods.
Computational Materials Science, 2022, 203, 111072. 1.4 3

9607 Interlayer water structure of phyllomanganates: Insights from MD simulations of
chalcophanite-group oxide dehydration. Geochimica Et Cosmochimica Acta, 2022, 318, 495-509. 1.6 3

9608 Computer simulation study of ion-water and water-water hydrogen bonds in sulfuric acid solutions
at low temperatures. Journal of Molecular Liquids, 2022, 347, 118351. 2.3 6

9609 Study on the microscopic aggregation behavior of lignite molecules in water. Colloids and Surfaces
A: Physicochemical and Engineering Aspects, 2022, 637, 128194. 2.3 6

9610 Molecular simulation of steady-state evaporation and condensation of water in air. International
Journal of Heat and Mass Transfer, 2022, 184, 122285. 2.5 18

9611 Investigation of microscopic mechanisms for water-ice phase change propagation control.
International Journal of Heat and Mass Transfer, 2022, 184, 122357. 2.5 5

9612 Insight into the nanostructure of â€œwater in saltâ€• solutions: A SAXS/WAXS study on imide-based
lithium salts aqueous solutions. Energy Storage Materials, 2022, 45, 696-703. 9.5 19

9613 Morphology of MoS2 nanosheets and its influence on water/oil interfacial tension: A molecular
dynamics study. Fuel, 2022, 312, 122938. 3.4 7

9614 The effect of external salts on the aggregation of the multiheaded surfactants: All-atom molecular
dynamics studies. Journal of Molecular Graphics and Modelling, 2022, 111, 108110. 1.3 1

9615
A 1.9-V all-organic battery-supercapacitor hybrid device with high rate capability and wide temperature
tolerance in a metal-free water-in-salt electrolyte. Journal of Colloid and Interface Science, 2022, 612,
76-87.

5.0 18

9616 Active heat transfer enhancement by interface-localized liquid dielectrophoresis using interdigitated
electrodes. Carbon, 2022, 189, 339-348. 5.4 3

9617 A helical shape of polyoxypropylene chain for extended surfactant molecule at the water/oil
interface: Theoretical and experimental study. Fuel, 2022, 312, 122835. 3.4 16

9618 Insights from molecular dynamics simulations of albumin adsorption on hydrophilic and hydrophobic
surfaces. Journal of Molecular Graphics and Modelling, 2022, 112, 108120. 1.3 3

9619 Multiple pathways in NaCl homogeneous crystal nucleation. Faraday Discussions, 2022, 235, 56-80. 1.6 18

9620 A systematic examination of the impacts of MOF flexibility on intracrystalline molecular diffusivities.
Journal of Materials Chemistry A, 2022, 10, 4242-4253. 5.2 25

9621 Coarse-grained molecular models of the surface of hair. Soft Matter, 2022, 18, 1779-1792. 1.2 7

9622 Polyamide-based membranes with structural homogeneity for ultrafast molecular sieving. Nature
Communications, 2022, 13, 500. 5.8 84

9623 Molecular dynamics simulations: Principles, methods, and applications in protein conformational
dynamics. , 2022, , 439-454. 5



521

Citation Report

# Article IF Citations

9624 Advances in Molecular Modeling of Ion-Protein Interaction Systems Towards Accurate Electrostatics:
Methods and Applications. Journal of Computational Biophysics and Chemistry, 0, , 1-11. 1.0 2

9625
Modeling mRNA-based vaccine YFV.E1988 against yellow fever virus E-protein using
immuno-informatics and reverse vaccinology approach. Journal of Biomolecular Structure and
Dynamics, 2023, 41, 1617-1638.

2.0 3

9626
Nonequilibrium molecular dynamics (NEMD) modeling of nanoscale hydrodynamics of clayâ€•water
system at elevated temperature. International Journal for Numerical and Analytical Methods in
Geomechanics, 2022, 46, 889-909.

1.7 10

9627 Nonlinear electrohydrodynamic ion transport in graphene nanopores. Science Advances, 2022, 8,
eabj2510. 4.7 21

9628 Machine Learning Assisted Screening of Two-Dimensional Materials for Water Desalination. ACS Nano,
2022, 16, 1929-1939. 7.3 25

9629 Atomistic insight into the lubrication of glycerol aqueous solution: The role of the solid
interfaceâ€•induced microstructure of fluid molecules. AICHE Journal, 0, , . 1.8 3

9630 Molecular dynamics investigations of ionic conductance at the nanoscale: Role of the water model
and geometric parameters. Journal of Molecular Liquids, 2022, 351, 118575. 2.3 9

9631 Mechanistic insights into inter-chain disulfide bond reduction of IgG1 and IgG4 antibodies. Applied
Microbiology and Biotechnology, 2022, 106, 1057-1066. 1.7 3

9632 Molecular understanding of acetylcholinesterase adsorption on functionalized carbon nanotubes
for enzymatic biosensors. Physical Chemistry Chemical Physics, 2022, 24, 2866-2878. 1.3 6

9633 Structure and dynamics of a water/methanol mixture confined in zeolitic imidazolate framework ZIF-8
from atomistic simulations. Physical Chemistry Chemical Physics, 2022, 24, 5220-5232. 1.3 2

9634 Examining the effect of flake orientation on the hydrophilicity of MoS2 by molecular simulations.
Chemical Physics Letters, 2022, 787, 139271. 1.2 0

9635 Morphology and size controlled synthesis of metal-organic framework crystals for catalytic
oxidation of toluene. Solid State Sciences, 2022, 123, 106798. 1.5 3

9636 Interfacial properties of the aromatic hydrocarbonÂ +Â water system in the presence of hydrophilic
silica. Journal of Molecular Liquids, 2022, 346, 118272. 2.3 15

9637 A Rationalization of the Effect That TMAO, Glycine, and Betaine Exert on the Collapse of Elastin-like
Polypeptides. Life, 2022, 12, 140. 1.1 1

9638 Enhanced oil recovery: QM/MM based descriptors for anionic surfactant salt-resistance. Colloids and
Surfaces A: Physicochemical and Engineering Aspects, 2022, 641, 128422. 2.3 6

9639 Molecular dynamics of liquidâ€“liquid equilibrium and interfacial properties of aqueous solutions of
methyl esters. Physical Chemistry Chemical Physics, 2022, 24, 5371-5382. 1.3 1

9640 Effect of charge inversion on nanoconfined flow of multivalent ionic solutions. Physical Chemistry
Chemical Physics, 2022, , . 1.3 4

9641 Development of IKATP Ion Channel Blockers Targeting Sulfonylurea Resistant Mutant KIR6.2 Based
Channels for Treating DEND Syndrome. Frontiers in Pharmacology, 2021, 12, 814066. 1.6 2



522

Citation Report

# Article IF Citations

9642 The interaction of DNMT1 and DNMT3A epigenetic enzymes with phthalates and perfluoroalkyl
substances: an in silico approach. Journal of Biomolecular Structure and Dynamics, 2022, , 1-17. 2.0 1

9643 Properties of Poly(3-hydroxybutyrate-co-3-hydroxyvalerate)/Polycaprolactone Polymer Mixtures
Reinforced by Cellulose Nanocrystals: Experimental and Simulation Studies. Polymers, 2022, 14, 340. 2.0 7

9644 The symmetry-preserving mean field condition for electrostatic correlations in bulk. Journal of
Chemical Physics, 2022, 156, 034111. 1.2 8

9645 Quantifying Fluctuations of Average Solvent Environments for Embedding Calculations. Journal of
Chemical Theory and Computation, 2022, 18, 1072-1088. 2.3 4

9646 Understanding the Effect of pH on the Solubility and Aggregation Extent of Humic Acid in Solution by
Combining Simulation and the Experiment. Environmental Science &amp; Technology, 2022, 56, 917-927. 4.6 35

9647 Exploration of the Adsorption Kinetics of Surfactants at the Waterâ€“Oil Interface via Grand-Canonical
Molecular Dynamics Simulations. Langmuir, 2022, 38, 1277-1286. 1.6 11

9648 Aggregation of DNA-Grafted Nanoparticles in Water: The Critical Role of Sequence-Dependent
Conformation of DNA Coating. Journal of Physical Chemistry B, 2022, 126, 847-857. 1.2 6

9649 Evaluation of Asphaltene Adsorption Free Energy at the Oilâ€“Water Interface: Effect of Oil Solvents.
Energy &amp; Fuels, 2022, 36, 1338-1349. 2.5 8

9650 The structure and function of modular <i>Escherichia coli</i> O157:H7 bacteriophage FTBEc1
endolysin, LysT84: defining a new endolysin catalytic subfamily. Biochemical Journal, 2022, 479, 207-223. 1.7 5

9651 Contact electrification through interfacial charge transfer: a mechanistic viewpoint on solidâ€“liquid
interfaces. Nanoscale Advances, 2022, 4, 884-893. 2.2 4

9652 Chemisorbed vs physisorbed surface charge and its impact on electrokinetic transport: Carbon vs
boron nitride surface. Journal of Chemical Physics, 2022, 156, 044703. 1.2 10

9653 Connecting density fluctuations and Kirkwoodâ€“Buff integrals for finite-size systems. Journal of
Chemical Physics, 2022, 156, 044502. 1.2 8

9654 Bridging atomistic simulations and thermodynamic hydration models of aqueous electrolyte
solutions. Journal of Chemical Physics, 2022, 156, 024502. 1.2 1

9655 Thermodynamic mechanism of the density and compressibility anomalies of water in the range âˆ’Â 30Â &lt;Â T
(Â°C)Â &lt;Â 100. Scientific Reports, 2022, 12, 1219. 1.6 1

9656 Immunoinformatics guided modeling of CCHF_GN728, an mRNA-based universal vaccine against
Crimean-Congo hemorrhagic fever virus. Computers in Biology and Medicine, 2022, 140, 105098. 3.9 7

9657 Simulating Time-Resolved Dynamics of Biomolecular Systems. , 2022, , 115-134. 2

9658 Molecular basis of Arginine and Lysine DNA sequence-dependent thermo-stability modulation. PLoS
Computational Biology, 2022, 18, e1009749. 1.5 1

9659 Interfacial water asymmetry at ideal electrochemical interfaces. Journal of Chemical Physics, 2022,
156, 014705. 1.2 12



523

Citation Report

# Article IF Citations

9660 Computational study of the dissolution of cellulose into single chains: the role of the solvent and
agitation. Cellulose, 2022, 29, 1365-1380. 2.4 7

9661 Hydrodynamic slip of alkali chloride solutions in uncharged graphene nanochannels. Journal of
Chemical Physics, 2022, 156, 014704. 1.2 4

9662
Path integral simulations of confined parahydrogen molecules within clathrate hydrates: Merging
low temperature dynamics with the zero-temperature limit. Journal of Chemical Physics, 2022, 156,
014303.

1.2 2

9663 Fast and versatile thermo-osmotic flows with a pinch of salt. Nanoscale, 2022, 14, 626-631. 2.8 8

9664 Ionophobicity of carbon sub-nanometer pores enables efficient desalination at high salinity. Cell
Reports Physical Science, 2022, 3, 100689. 2.8 7

9665 Molecular dynamics simulation of organic contaminant adsorption on organicâ€•coated smectite clay.
Soil Science Society of America Journal, 2022, 86, 238-252. 1.2 6

9666 Structures of cationic and anionic polyelectrolytes in aqueous solutions: the sign effect. Soft
Matter, 2022, 18, 1603-1616. 1.2 13

9667
Interaction between miR4749 and Human Serum Albumin as Revealed by Fluorescence, FRET, Atomic
Force Spectroscopy and Computational Modelling. International Journal of Molecular Sciences, 2022,
23, 1291.

1.8 4

9668
An evaluation of the capacitive behavior of supercapacitors as a function of the radius of cations
using simulations with a constant potential method. Physical Chemistry Chemical Physics, 2022, 24,
3280-3288.

1.3 3

9669 Anionâ€“cation contrast of small molecule solvation in salt solutions. Physical Chemistry Chemical
Physics, 2022, 24, 3238-3249. 1.3 3

9670 Heterogeneous Effect of Organic Matter on Accumulation Behaviors of Shale Gas in Water. Energy
&amp; Fuels, 2022, 36, 1507-1514. 2.5 3

9671 The Madrid-2019 force field for electrolytes in water using TIP4P/2005 and scaled charges: Extension
to the ions Fâˆ’, Brâˆ’, Iâˆ’, Rb+, and Cs+. Journal of Chemical Physics, 2022, 156, 044505. 1.2 36

9672 LNA-induced dynamic stability in a therapeutic aptamer: insights from molecular dynamics simulations.
Journal of Biomolecular Structure and Dynamics, 2023, 41, 2221-2230. 2.0 6

9673
Role of physicochemical characteristics of poly(N,N-diethylacrylamide) on the polymer thermal
responsivity and interfacial properties in aqueous solution: All-atom simulation study. Journal of
Molecular Graphics and Modelling, 2022, 112, 108140.

1.3 0

9674 Molecular Dynamics Study of Reaction Conditions at Active Catalyst-Ionomer Interfaces in Polymer
Electrolyte Fuel Cells. Journal of the Electrochemical Society, 2022, 169, 024506. 1.3 1

9675 How clay delamination supports aseismic slip. American Mineralogist, 2023, 108, 87-99. 0.9 2

9676 Tuning electrolyte solvation structures to enable stable aqueous Al/MnO2 battery. Energy Storage
Materials, 2022, 47, 113-121. 9.5 16

9677 Fluid Behavior in Clay-Hosted Nanopores with Varying Salinity: Insights into Molecular Dynamics. SPE
Journal, 2022, 27, 1396-1410. 1.7 6



524

Citation Report

# Article IF Citations

9678
Molecular Dynamics Insight into the Role of Water Molecules in Ionic Liquid Mixtures of
1-Butyl-3-methylimidazolium Iodide and Ethylammonium Nitrate. Journal of Physical Chemistry B, 2022,
126, 1115-1124.

1.2 6

9679 Permeability enhancement of the KcsA channel under radiation of a terahertz wave. Physical Review E,
2022, 105, 024104. 0.8 9

9680 Distinguishing islet amyloid polypeptide fibril structures with infrared isotope-label spectroscopy.
Journal of Chemical Physics, 2022, 156, 055101. 1.2 5

9681 Surface Protolysis and Its Kinetics Impact the Electrical Double Layer. Physical Review Letters, 2022,
128, 056001. 2.9 7

9682 Molecular dynamics study of uranyl adsorption from aqueous solution to smectite. Applied Clay
Science, 2022, 218, 106361. 2.6 12

9683 Adsorption dynamics and intrinsic mechanism of POPs on corrole-based COF: A computational study.
Journal of Cleaner Production, 2022, 338, 130566. 4.6 11

9684 Molecular simulations of proteins: From simplified physical interactions to complex biological
phenomena. Biochimica Et Biophysica Acta - Proteins and Proteomics, 2022, 1870, 140757. 1.1 11

9685 Seawater transport through quartz pores of coastal aquifers: A molecular dynamics study. Advances
in Water Resources, 2022, 161, 104121. 1.7 4

9686 Melatonin/nanoclay hybrids for skin delivery. Applied Clay Science, 2022, 218, 106417. 2.6 2

9687

Interaction of trehalose and glucose with a peptide <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
altimg="si27.svg"><mml:mrow><mml:mi>Î²</mml:mi></mml:mrow></mml:math>-turn in aqueous
solution. Journal of Molecular Liquids, 2022, 349, 118451.

2.3 2

9688 Effect of channel wettability on the singleâ€‘file water transport in sub-nanometer channel.
Computational Materials Science, 2022, 205, 111235. 1.4 1

9689
Molecular simulation of pentaethylene glycol monooctyl ether micelles in water. Prediction of the
micellization Gibbs energy. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2022,
640, 128406.

2.3 0

9690 Nonlinearly induced electro-osmotic flow reversal in charged nanotube: Counter-ions mobility in
Stern layer. International Journal of Heat and Mass Transfer, 2022, 188, 122587. 2.5 5

9691 Molecular dynamics simulation of swelling properties of Ca-montmorillonite at high temperatures.
Wuli Xuebao/Acta Physica Sinica, 2022, 71, 043102. 0.2 1

9692 Nonlinear electronic excitation in water under proton irradiation: a first principles study. Physical
Chemistry Chemical Physics, 2022, 24, 5598-5603. 1.3 3

9693 Photoelectron angular distributions as sensitive probes of surfactant layer structure at the
liquidâ€“vapor interface. Physical Chemistry Chemical Physics, 2022, 24, 4796-4808. 1.3 11

9694 A proximity-based in silico approach to identify redox-labile disulfide bonds: The example of FVIII. PLoS
ONE, 2022, 17, e0262409. 1.1 1

9695 Phase diagram of the NaClâ€“water system from computer simulations. Journal of Chemical Physics,
2022, 156, 064505. 1.2 8



525

Citation Report

# Article IF Citations

9696 Molecular theory of the static dielectric constant of dipolar fluids. Journal of Chemical Physics,
2022, 156, 154111. 1.2 6

9697 Electrocatalysis in Alkaline Media and Alkaline Membrane-Based Energy Technologies. Chemical
Reviews, 2022, 122, 6117-6321. 23.0 195

9698 Dynamic regulation of O-GlcNAcylation and phosphorylation on STAT3 under hypoxia-induced EMT.
Cellular Signalling, 2022, , 110277. 1.7 3

9699 Counterintuitive Electrostatics upon Metal Ion Coordination to a Receptor with Two Homotopic
Binding Sites. Journal of the American Chemical Society, 2022, 144, 2921-2932. 6.6 3

9700 Theoretical Mechanism on the Cellulose Regeneration from a Cellulose/EmimOAc Mixture in
Anti-Solvents. Materials, 2022, 15, 1158. 1.3 4

9701 Imatinib and methazolamide ameliorate COVID-19-induced metabolic complications via elevating ACE2
enzymatic activity and inhibiting viral entry. Cell Metabolism, 2022, 34, 424-440.e7. 7.2 32

9702 Water transport through a two-dimensional nanoporous material: is there a relationship between
water flux and surface tension?. Molecular Physics, 0, , . 0.8 0

9703 Accurate Simulations of Lipid Monolayers Require a Water Model with Correct Surface Tension.
Journal of Chemical Theory and Computation, 2022, 18, 1862-1869. 2.3 19

9704 Hard-Cation-Soft-Anion Ionic Liquids for PEDOT:PSS Treatment. Journal of Physical Chemistry B, 2022,
126, 1615-1624. 1.2 9

9705 A molecular simulation study of Cs-Cl and Cs-F ion pairs in hydrothermal fluids. Acta Geochimica, 0, ,
1. 0.7 0

9707 Competitive adsorption of alkali ions on aqueous mica surface: A force field comparison molecular
dynamics study. Applied Clay Science, 2022, 219, 106436. 2.6 7

9708 Mechanisms for cation exchange at the interfaces of montmorillonite nanoparticles: Insights for
Pb2+ control. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2022, 641, 128556. 2.3 10

9709 Effect of modification by Gemini cationic surfactant on the properties of slurries prepared with
petroleum coke: Experiments and molecular dynamics simulation. Fuel, 2022, 317, 123541. 3.4 5

9710 Non-equilibrium molecular dynamics simulation to evaluate the effect of confinement on fluid flow
in silica nanopores. Fuel, 2022, 317, 123373. 3.4 12

9711 Cyclic Photoisomerization of Azobenzene in Atomistic Simulations: Modeling the Effect of Light on
Columnar Aggregates of Azo Stars. Molecules, 2021, 26, 7674. 1.7 5

9712 Molecular Simulations of Aqueous Electrolytes: Role of Explicit Inclusion of Charge Transfer into
Force Fields. Journal of Physical Chemistry B, 2021, 125, 13069-13076. 1.2 6

9713 Columnar Aggregates of Azobenzene Stars: Exploring Intermolecular Interactions, Structure, and
Stability in Atomistic Simulations. Molecules, 2021, 26, 7598. 1.7 2

9714 Anion-Kinetics-Selective Graphene Anode and Cation-Energy-Selective Mxene Cathode for
High-Performance Capacitive Deionization. SSRN Electronic Journal, 0, , . 0.4 0



526

Citation Report

# Article IF Citations

9715 A molecular simulation study into the stability of hydrated graphene nanochannels used in
nanofluidics devices. Nanoscale, 2022, 14, 3467-3479. 2.8 13

9716 Interfacial Nanobubbles' Growth at the Initial Stage of Electrocatalytic Hydrogen Evolution. SSRN
Electronic Journal, 0, , . 0.4 0

9717 Pressure-driven water flow through a carbon nanotube controlled by a lateral electric field. New
Journal of Chemistry, 2022, 46, 8239-8249. 1.4 5

9718 Hierarchical clustering analysis of hydrogen bond networks in aqueous solutions. Physical
Chemistry Chemical Physics, 2022, 24, 9707-9717. 1.3 2

9719 Organic contaminants and atmospheric nitrogen at the grapheneâ€“water interface: a simulation study.
Nanoscale Advances, 2022, 4, 1741-1757. 2.2 4

9720 How do interfaces alter the dynamics of supercooled water?. Nanoscale, 2022, 14, 4254-4262. 2.8 4

9721 Effects of stearyl alcohol monolayer on the structure, dynamics and vibrational sum frequency
generation spectroscopy of interfacial water. Physical Chemistry Chemical Physics, 2022, 24, 7374-7386. 1.3 6

9722 Low-Pressure Reverse Osmosis Membrane Made of Cellulose Nanofiber and Carbon Nanotube
Polyamide Nano-Nanocomposite for High Purity Water Production. SSRN Electronic Journal, 0, , . 0.4 0

9723 Significant Role of Counterion for Lead(â…¡) Ion Adsorption on Carbon Pore Surface. SSRN Electronic
Journal, 0, , . 0.4 0

9724
Measurement of enthalpies and entropies of activation as a function of pairwise distance for the
pairwise relative diffusion of SrI<sub>2</sub> in water over lengthscales from 6 Ã… to 40 Ã…. New
Journal of Chemistry, 2022, 46, 6174-6184.

1.4 0

9725 Application of molecular dynamics simulations for shale gas systems. , 2022, , 323-343. 0

9726 Hydration shell stripping governs ion rejection in PAP[5] water channels. Molecular Systems Design
and Engineering, 2022, 7, 809-819. 1.7 7

9727 Hydrophobic association and solvation of neopentane in urea, TMAO and ureaâ€“TMAO solutions.
Physical Chemistry Chemical Physics, 2022, 24, 6941-6957. 1.3 3

9728 New Crowding States of Ionic Liquid Induced by Configuration Change of Ion Adsorption on Charged
Electrode. SSRN Electronic Journal, 0, , . 0.4 0

9729 Directional passive transport of nanodroplets on general axisymmetric surfaces. Physical Chemistry
Chemical Physics, 2022, 24, 9727-9734. 1.3 4

9730 On the effects of induced polarizability at the waterâ€“graphene interface <i>via</i> classical
charge-on-spring models. Physical Chemistry Chemical Physics, 2022, 24, 7748-7758. 1.3 4

9731 A study of cavitation nucleation in pure water using molecular dynamics simulation. Chinese Physics
B, 2022, 31, 114701. 0.7 1

9732 Free Energy and Stacking of Eumelanin Nanoaggregates. Journal of Physical Chemistry B, 2022, 126,
1805-1818. 1.2 8



527

Citation Report

# Article IF Citations

9733 The study of heat flux and external electric field effects on carbon nanotube behavior as an atomic
nano-pump. Applied Physics A: Materials Science and Processing, 2022, 128, 1. 1.1 5

9734 High directional water transport graphene oxide biphilic stack. Molecular Simulation, 0, , 1-10. 0.9 0

9735 Molecular action of larvicidal flavonoids on ecdysteroidogenic glutathione S-transferase
Noppera-bo in Aedes aegypti. BMC Biology, 2022, 20, 43. 1.7 15

9736 High-Dimensional Parameter Search Method to Determine Force Field Mixing Terms in Molecular
Simulations. Langmuir, 2022, 38, 2840-2851. 1.6 5

9737 Computational Prediction of Water Sorption in Facilitated Transport Membranes. Journal of Physical
Chemistry C, 2022, 126, 3661-3670. 1.5 9

9738 Molecular Investigation of the Actuation of Electrowetted Nanodroplets. Langmuir, 2022, 38,
3656-3665. 1.6 4

9739 Insights on novel type V deep eutectic solvents based on levulinic acid. Journal of Chemical Physics,
2022, 156, 094504. 1.2 11

9740 Magnesium force fields for OPC water with accurate solvation, ion-binding, and water-exchange
properties: Successful transfer from SPC/E. Journal of Chemical Physics, 2022, 156, 114501. 1.2 12

9742 Experimental and modeling studies of the effects of nanoclay on the oil behaviors in a waterâ€“sand
system. Environmental Science and Pollution Research, 2022, , 1. 2.7 0

9743 Charge-Density-Specific Response of Grafted Polyelectrolytes to Electric Fields: Bending or Tilting?.
Macromolecules, 2022, 55, 2413-2423. 2.2 7

9744 Modulating Role of Co-Solutes in Complexation between Bovine Serum Albumin and Sodium
Polystyrene Sulfonate. Polymers, 2022, 14, 1245. 2.0 3

9745 Evaluation of Cyc1 protein stability in Acidithiobacillus ferrooxidans bacterium alter E121D mutation
by molecular dynamics simulation to improve electron transfer. Journal of Microbiology, 2022, , 1. 1.3 1

9746
Structure of Aqueous Scandium(III) Nitrate Solution by Large-Angle X-ray Scattering Combined with
Empirical Potential Refinement Modeling, X-ray Absorption Fine Structure, and Discrete Variational XÎ±
Calculations. Bulletin of the Chemical Society of Japan, 2022, 95, 673-679.

2.0 3

9747 Interfacial Electric Fields Acting on Molecules at Solid Interfaces. Journal of Physical Chemistry C,
2022, 126, 6028-6035. 1.5 0

9748
Comparing the Performance of Different AMBER Protein Forcefields, Partial Charge Assignments, and
Water Models for Absolute Binding Free Energy Calculations. Journal of Chemical Theory and
Computation, 2022, 18, 2616-2630.

2.3 18

9749 Impact of Impure Gas on CO2 Capture from Flue Gas Using Carbon Nanotubes: A Molecular Simulation
Study. Molecules, 2022, 27, 1627. 1.7 1

9750 Pressure-sensitive conversions between Cassie and Wenzel wetting states on a nanocorrugated
surface. Applied Physics A: Materials Science and Processing, 2022, 128, 1. 1.1 3

9751 Multi-scale simulation of the adsorption of lithium ion on graphite surface: From quantum Monte
Carlo to molecular density functional theory. Journal of Chemical Physics, 2022, 156, 094709. 1.2 6



528

Citation Report

# Article IF Citations

9752 SufB intein splicing in <i>Mycobacterium tuberculosis</i> is influenced by two remote conserved
N-extein histidines. Bioscience Reports, 2022, 42, . 1.1 1

9753 Molecular Insight into Dyeâ€“Surfactant Interaction at Premicellar Concentrations: A Combined
Two-Photon Absorption and Molecular Dynamics Simulation Study. Langmuir, 2022, 38, 3105-3112. 1.6 7

9754 Self-consistent determination of long-range electrostatics in neural network potentials. Nature
Communications, 2022, 13, 1572. 5.8 38

9755 Promoting Electroosmotic Water Flow through a Carbon Nanotube by Weakening the Competition
between Cations and Anions in a Lateral Electric Field. Langmuir, 2022, 38, 3530-3539. 1.6 7

9756 Integration of experimental data and use of automated fitting methods in developing protein force
fields. Communications Chemistry, 2022, 5, . 2.0 12

9757 Molecular Dynamics Calculations of Partial Molar Volumes of Amino Acids in Aqueous Solutions.
Canadian Journal of Chemistry, 0, , . 0.6 0

9758 Ionic Transport in Electrostatic Janus Membranes. An Explicit Solvent Molecular Dynamic Simulation.
ACS Nano, 2022, 16, 3768-3775. 7.3 9

9759 Molecular Dynamics Simulation and Experimental Studies of the Wettability Behaviors of Shales.
Energy &amp; Fuels, 2022, 36, 3526-3538. 2.5 6

9760 Densities of the Standard Amino Acids in Aqueous Solutions via Molecular Dynamics Simulations.
Journal of Chemical &amp; Engineering Data, 2022, 67, 797-808. 1.0 0

9761 Fast Discrimination of Sialylated N-Glycan Linkage Isomers with One-Step Derivatization by
Microfluidic Capillary Electrophoresisâ€“Mass Spectrometry. Analytical Chemistry, 2022, 94, 4666-4676. 3.2 11

9762
Determination of Equilibrium Adsorbed Morphologies of Surfactants at Metal-Water Interfaces Using
a Modified Umbrella Sampling-Based Methodology. Journal of Chemical Theory and Computation, 2022,
18, 2513-2520.

2.3 9

9763 Data-informed reparameterization of modified RNA and the effect of explicit water models: application
to pseudouridine and derivatives. Journal of Computer-Aided Molecular Design, 2022, 36, 205-224. 1.3 4

9764 Multiadducts of C60 Modulate Amyloid-Î² Fibrillation with Dual Acetylcholinesterase Inhibition and
Antioxidant Properties: In Vitro and In Silico Studies. Journal of Alzheimer's Disease, 2022, 87, 741-759. 1.2 1

9765 Optical Kerr Effect and Structural Tetrahedrality of Supercooled Water at Ambient Pressure. Journal
of Physics: Conference Series, 2022, 2207, 012019. 0.3 0

9766 Tug-of-War between Internal and External Frictions and Viscosity Dependence of Rate in Biological
Reactions. Physical Review Letters, 2022, 128, 108101. 2.9 14

9767 Membrane Phase Drives the Assembly of Gold Nanoparticles on Biomimetic Lipid Bilayers. Journal of
Physical Chemistry C, 2022, 126, 4483-4494. 1.5 15

9768 Osmotic Method for Calculating Surface Pressure of Monolayers in Molecular Dynamics Simulations.
Journal of Chemical Theory and Computation, 2022, , . 2.3 2

9769 Morphology and Dynamics in Hydroxide-Conducting Polysulfones. ACS Applied Polymer Materials,
2022, 4, 2470-2480. 2.0 12



529

Citation Report

# Article IF Citations

9770 The influence of tail chain length on oil film detachment: C<sub>2n</sub>TAB series (<i>n</i>â€‰=â€‰4â€‰âˆ’â€‰9).
Petroleum Science and Technology, 0, , 1-14. 0.7 0

9771 An investigation of the kinetics and thermodynamics of NaCl nucleation through composite clusters.
, 2022, 1, . 7

9772 Development of a High-Performance Proton Exchange Membrane: From Structural Optimization to
Quantity Production. Industrial &amp; Engineering Chemistry Research, 2022, 61, 4329-4338. 1.8 14

9773 Molecular Insight into the High Thermal Stability of Metalloprotein Azurin. Journal of Physical
Chemistry B, 2022, 126, 2496-2506. 1.2 2

9774
How to produce confidence intervals instead of confidence tricks: Representative sampling for
molecular simulations of fluid self-diffusion under nanoscale confinement. Journal of Chemical
Physics, 2022, 156, 114113.

1.2 5

9775
Effects of interfacial molar ratios of anionic/cationic surfactant mixtures on properties at the
gas-liquid interface: a molecular dynamics study. Journal of Dispersion Science and Technology, 2023,
44, 2023-2033.

1.3 2

9776 Control one-dimensional length of rectangular pore on graphene membrane for better desalination
performance. Nanotechnology, 2022, 33, 245705. 1.3 4

9777 Giant mechanocaloric effect of nanoconfined water near room temperature. Cell Reports Physical
Science, 2022, , 100822. 2.8 5

9778 Temperature Effects on the Thickness of the Diffused Double Layer Using Molecular Dynamics. , 2022, ,
. 0

9779
Molecular modeling, docking and dynamic studies of fungal DyPs to determine substrate specificity
for an efficient lignin biodegradation towards bioethanol production. Bioresource Technology
Reports, 2022, 18, 101036.

1.5 4

9780 Two-dimensional partitioned square ice confined in graphene/graphite nanocapillaries. Journal of
Chemical Physics, 2022, 156, 154510. 1.2 3

9781
Comparison between etheramine and amidoamine (N-[3-(dimethylamino)propyl]dodecanamide)
collectors: Adsorption mechanisms on quartz and hematite unveiled by molecular simulations.
Minerals Engineering, 2022, 180, 107470.

1.8 8

9782 Multicomponent Quantum Mechanics/Molecular Mechanics Study of Hydrated Positronium. Journal
of Physical Chemistry B, 2022, , . 1.2 0

9783
Polylactide nanoparticle impregnation with carbamazepine in supercritical media and its subsequent
release in liquid solvents: insights from molecular simulation. Journal of Molecular Liquids, 2022,
352, 118758.

2.3 4

9784 A Database of Solution Additives Promoting Mg<sup>2+</sup> Dehydration and the Onset of
MgCO<sub>3</sub> Nucleation. Crystal Growth and Design, 2022, 22, 3080-3089. 1.4 5

9785
Viscosity and Interfacial Tension of Binary Mixtures Consisting of Linear, Branched, Cyclic, or
Oxygenated Hydrocarbons with Dissolved Gases Using Surface Light Scattering and Equilibrium
Molecular Dynamics Simulations. International Journal of Thermophysics, 2022, 43, 1.

1.0 9

9786 A novel plant lectin, NTL-125, interferes with SARS-CoV-2 interaction with hACE2. Virus Research, 2022,
315, 198768. 1.1 5

9788 Nek1-inhibitor and temozolomide-loaded microfibers as a co-therapy strategy for glioblastoma
treatment. International Journal of Pharmaceutics, 2022, 617, 121584. 2.6 4



530

Citation Report

# Article IF Citations

9789 Electron-induced fragmentation of water droplets: Simulation study. Journal of Chemical Physics,
2022, 156, 144303. 1.2 1

9790 Solvation Shell Thermodynamics of Extended Hydrophobic Solutes in Mixed Solvents. Journal of
Chemical Physics, 2022, 156, 164901. 1.2 0

9791 Wheat straw-core hydrogel spheres with polypyrrole nanotubes for the removal of organic dyes.
Journal of Cleaner Production, 2022, 344, 131100. 4.6 15

9792 Atomistic Insight into the Hydration States of Layered Double Hydroxides. ACS Omega, 2022, 7,
12412-12423. 1.6 9

9793
Liquidâ€“Liquid Extraction of the Eu(III) Cation by BTP Ligands into Ionic Liquids: Interfacial Features and
Extraction Mechanisms Investigated by MD Simulations. Journal of Physical Chemistry B, 2022, 126,
2876-2890.

1.2 2

9794 The lung surfactant activity probed with molecular dynamics simulations. Advances in Colloid and
Interface Science, 2022, 304, 102659. 7.0 6

9795 Freezing point depression of salt aqueous solutions using the Madrid-2019 model. Journal of Chemical
Physics, 2022, 156, 134503. 1.2 21

9796 Bridging the gap between mesoscopic and molecular models of solid/liquid interfaces
out-of-equilibrium. Chemical Engineering Research and Design, 2022, 180, 285-295. 2.7 5

9797 AIM: A Mapping Program for Infrared Spectroscopy of Proteins. Journal of Chemical Theory and
Computation, 2022, 18, 3089-3098. 2.3 8

9798 Theoretical analysis toward better description of the wavenumber shifts of the OH stretch of
hydrogenâ€•bonded water. Journal of Raman Spectroscopy, 2022, 53, 1785-1792. 1.2 4

9799 Pore-Size-Dependent Capacitance and Charging Dynamics of Nanoporous Carbons in Aqueous
Electrolytes. Journal of Physical Chemistry C, 2022, 126, 6854-6862. 1.5 17

9800 Modeling thermodiffusion in aqueous sodium chloride solutionsâ€”Which water model is best?.
Journal of Chemical Physics, 2022, 156, 164503. 1.2 2

9801 Dielectric Properties of Water in Charged Nanopores. Journal of Physical Chemistry B, 2022, 126,
2688-2698. 1.2 14

9802 Implementation and Optimization of the Embedded Cluster Reference Interaction Site Model with
Atomic Charges. Journal of Physical Chemistry A, 2022, 126, 2417-2429. 1.1 1

9803
Structural analysis of hydrazinium trifluoroacetate aqueous solution by X-ray diffraction and
empirical potential structure refinement modeling in the temperature range of 25 to âˆ’125â€¯Â°C. Journal
of Molecular Liquids, 2022, 353, 118802.

2.3 1

9804 Thermodynamic and transport properties of amoxicillin. Journal of Molecular Liquids, 2022, 354,
118865. 2.3 3

9805 Molecular dynamics of the interfacial solution structure of alkali-halide electrolytes at graphene
electrodes. Journal of Molecular Liquids, 2022, 353, 118776. 2.3 12

9806 Water self-diffusion in C-S-H: Effect of confinement and temperature studied by molecular dynamics.
Cement and Concrete Research, 2022, 155, 106775. 4.6 24



531

Citation Report

# Article IF Citations

9807 The approach of alkali ions towards an electrode surface â€“ A molecular dynamics study. Chemical
Physics Letters, 2022, 795, 139518. 1.2 5

9808 Dynamic coalescence of two charged droplets with deflected angles in the presence of electric fields.
Journal of Molecular Liquids, 2022, 353, 118812. 2.3 3

9809 Binary droplet coalescence in shear gas flow: A molecular dynamics study. Journal of Molecular
Liquids, 2022, 354, 118841. 2.3 6

9810 PVT properties and diffusion characteristics of H2O/H2/CO2 mixtures in graphite nanoslits. Chemical
Physics Letters, 2022, 795, 139502. 1.2 4

9811 Impact of enhanced electric field on light-induced evaporation process of plasmonic nanofluid.
International Journal of Heat and Mass Transfer, 2022, 189, 122708. 2.5 7

9812
Numerical investigation of effects of particle properties on nucleation process in a sulfuric
acidâ€“water vapor mixture: Homogeneous versus heterogeneous. Chemical Physics Letters, 2022, 797,
139582.

1.2 8

9813
The process of L-asparaginase encapsulation by poly (lactic-co-glycolic acid) and methoxy poly
(ethylene glycol): A molecular dynamics simulation study. Materials Today Communications, 2022, 31,
103435.

0.9 1

9814 Density functional theory investigation of the second hyperpolarizability of the phenol blue in
solution. Chemical Physics Letters, 2022, 796, 139549. 1.2 5

9815 Facilitating gas hydrate dissociation kinetics and gas migration in clay interlayer by surface cations
shielding effects. Fuel, 2022, 318, 123576. 3.4 18

9816 Contribution of atomistic study to better understand water saturation effect on mechanical
behavior of clayey rocks in triaxial compression. Computers and Geotechnics, 2022, 146, 104738. 2.3 10

9817 The dipole moment of alcohols in the liquid phase and in solution. Journal of Molecular Liquids, 2022,
356, 119033. 2.3 9

9818
Adsorption behaviour and mechanism of benzene, toluene and m-xylene (BTX) solution onto kaolinite:
Experimental and molecular dynamics simulation studies. Separation and Purification Technology,
2022, 291, 120940.

3.9 11

9819 Temperature and pressure effect on tensile behavior of ice-Ih under low strain rate: A molecular
dynamics study. Journal of Molecular Liquids, 2022, 355, 118945. 2.3 3

9820 Identification of potent inhibitors against chorismate synthase of Toxoplasma gondii using molecular
dynamics simulations. Journal of Molecular Graphics and Modelling, 2022, 114, 108183. 1.3 3

9821
Investigating agglomeration of kaolinite particles in the presence of dodecylamine by force testing
and molecular dynamics simulation. Colloids and Surfaces A: Physicochemical and Engineering
Aspects, 2022, 645, 128930.

2.3 11

9822
Binary quantitative activity-activity relationship (QAAR) studies to explore selective HDAC8 inhibitors:
In light of mathematical models, DFT-based calculation and molecular dynamic simulation studies.
Journal of Molecular Structure, 2022, 1260, 132833.

1.8 4

9823 Chitosan hydrogel for controlled crystallization of loaded drug: Role of interplay of assembly
processes. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2022, 644, 128824. 2.3 2

9824 HSMA: An O(N) electrostatics package implemented in LAMMPS. Computer Physics Communications,
2022, 276, 108332. 3.0 3



532

Citation Report

# Article IF Citations

9825 CDFTPY: A python package for performing classical density functional theory calculations for
molecular liquids. Computer Physics Communications, 2022, 276, 108338. 3.0 6

9826 Molecular dynamics simulation of the competitive adsorption behavior of effluent organic matters by
heated aluminum oxide particles (HAOPs). Separation and Purification Technology, 2022, 292, 120961. 3.9 3

9827 Water structures on Pb(100) and (111) surface studied with the Interface force field. Applied Surface
Science, 2022, 589, 152838. 3.1 7

9828 Wavefunction-Based Electrostatic-Embedding QM/MM Using CFOUR through MiMiC. Journal of
Chemical Theory and Computation, 2022, 18, 13-24. 2.3 2

9829 Predicting Ion Channel Conductance via Dissipation-Corrected Targeted Molecular Dynamics and
Langevin Equation Simulations. Journal of Chemical Theory and Computation, 2022, 18, 494-502. 2.3 7

9830 Prolonged Association between Water Molecules under Hydrophobic Nanoconfinement. Journal of
Physical Chemistry B, 2021, 125, 13767-13777. 1.2 3

9831 Molecular Dynamics Study on Regimes of Head-on Droplet Collision. Langmuir, 2022, 38, 411-421. 1.6 2

9832 Confined Water Vapor in ZIF-8 Nanopores. ACS Omega, 2022, 7, 64-69. 1.6 8

9833 Distinctive Formation of PEG-Lipid Nanopatches onto Solid Polymer Surfaces Interfacing Solvents
from Atomistic Simulation. Journal of Physical Chemistry B, 2022, 126, 1598-1608. 1.2 1

9834 <i>In silico</i> modeling revealed new insights into the mechanism of action of enzyme
2'-5'-oligoadenylate synthetase in cattle. Journal of Biomolecular Structure and Dynamics, 2021, , 1-14. 2.0 2

9835 Nonuniqueness of hydrodynamic dispersion revealed using fast 4D synchrotron x-ray imaging. Science
Advances, 2021, 7, eabj0960. 4.7 14

9837 Drug Repurposing for Influenza Virus Polymerase Acidic (PA) Endonuclease Inhibitor. Molecules, 2021,
26, 7326. 1.7 3

9838
Optimized Magnesium Force Field Parameters for Biomolecular Simulations with Accurate Solvation,
Ion-Binding, and Water-Exchange Properties in SPC/E, TIP3P-fb, TIP4P/2005, TIP4P-Ew, and TIP4P-D. Journal
of Chemical Theory and Computation, 2022, 18, 526-537.

2.3 16

9839 Enhancing the Thermostability of Engineered Laccases in Aqueous Betaine-Based Natural Deep Eutectic
Solvents. ACS Sustainable Chemistry and Engineering, 2022, 10, 572-581. 3.2 14

9840 An investigation of some H<sub>2</sub>S thermodynamical properties at the water interface under
pressurised conditions through molecular dynamics. Molecular Physics, 0, , . 0.8 4

9841 Rational Design of Nonbonded Point Charge Models for Monovalent Ions with Lennard-Jones 12â€“6
Potential. Journal of Physical Chemistry B, 2021, 125, 13502-13518. 1.2 10

9842 Nonadditive ion effects on the coilâ€“globule equilibrium of PNIPAM: a computer simulation study.
Physical Chemistry Chemical Physics, 2022, 24, 10346-10355. 1.3 8

9843 Wettability of graphene oxide functionalized with <i>N</i>-alkylamines: a molecular dynamics study.
Physical Chemistry Chemical Physics, 2022, 24, 11412-11419. 1.3 6



533

Citation Report

# Article IF Citations

9844 An insight into the thermo-thickening behavior of wormlike micellar solutions based on
ultra-long-chain surfactants. Physical Chemistry Chemical Physics, 2022, 24, 11112-11123. 1.3 9

9845 Linker Functionalization Strategy for Water Adsorption in Metalâ€“Organic Frameworks. Molecules,
2022, 27, 2614. 1.7 7

9846 Activity Coefficients and Solubilities of NaCl in Waterâ€“Methanol Solutions from Molecular Dynamics
Simulations. Journal of Physical Chemistry B, 2022, 126, 2891-2898. 1.2 7

9847 Like-Charge Attraction at the Nanoscale: Ground-State Correlations and Water Destructuring.
Journal of Physical Chemistry B, 2022, , . 1.2 4

9848 Self-assembly of peptide nanofibers with chirality-encoded antimicrobial activity. Journal of Colloid
and Interface Science, 2022, 622, 135-146. 5.0 16

9849 Molecular simulations for improved process modeling of an acid gas removal unit. Fluid Phase
Equilibria, 2022, 560, 113478. 1.4 7

9850 Where Lennard-Jones Potentials Fail: Iterative Optimization of Ionâ€“Water Pair Potentials Based on Ab
Initio Molecular Dynamics Data. Journal of Physical Chemistry Letters, 2022, 13, 3712-3717. 2.1 10

9851 How chemical defects influence the charging of nanoporous carbon supercapacitors. Proceedings of
the National Academy of Sciences of the United States of America, 2022, 119, e2121945119. 3.3 3

9852 The coexistence curve and surface tension of a monatomic water model. Journal of Chemical Physics,
2022, 156, 154505. 1.2 7

9853 Computational Modeling of the Thermodynamics of the Mesophilic and Thermophilic Mutants of
Trp-Cage Miniprotein. ACS Omega, 2022, 7, 13448-13454. 1.6 3

9854 A selectivity filter mutation provides insights into gating regulation of a K+ channel.
Communications Biology, 2022, 5, 345. 2.0 2

9855 Molecular dynamics simulations of the evaporation of hydrated ions from aqueous solution.
Communications Chemistry, 2022, 5, . 2.0 15

9856 AKT mutant allele-specific activation dictates pharmacologic sensitivities. Nature Communications,
2022, 13, 2111. 5.8 10

9857 Graphene-assisted wetting transition on grooved surfaces: A molecular dynamics study.
Computational Materials Science, 2022, 209, 111415. 1.4 3

9858 Atomic-level insights into the mechanism of saline-regulated montmorillonite (001)-salt droplet
interface wetting: A molecular dynamics study. Applied Clay Science, 2022, 224, 106513. 2.6 5

9864 A pseudo-particle approach for studying protein-ligand models truncated to their active sites.
Biopolymers, 1996, 38, 619-37. 1.2 3

9865 Advanced Buffering Acidic Aqueous Electrolytes for Ultraâ€•Long Life Aqueous Zincâ€•Ion Batteries. Small,
2022, 18, e2200742. 5.2 49

9866 Superhydrophobic Carbon Nanotube Network Membranes for Membrane Distillation: High-Throughput
Performance and Transport Mechanism. Environmental Science &amp; Technology, 2022, 56, 5775-5785. 4.6 21



534

Citation Report

# Article IF Citations

9867 Stochastic Model of Solvent Exchange in the First Coordination Shell of Aqua Ions. Journal of
Chemical Theory and Computation, 2022, 18, 3164-3173. 2.3 0

9868 Tuning Contact Angles of Aqueous Droplets on Hydrophilic and Hydrophobic Surfaces by Surfactants.
Journal of Physical Chemistry B, 2022, 126, 3374-3384. 1.2 18

9869 BuRNN: Buffer Region Neural Network Approach for Polarizable-Embedding Neural
Network/Molecular Mechanics Simulations. Journal of Physical Chemistry Letters, 2022, 13, 3812-3818. 2.1 18

9870 Ion-bridges and lipids drive aggregation of same-charge nanoparticles on lipid membranes. Nanoscale,
2022, 14, 6912-6921. 2.8 9

9871 Binding of polar and hydrophobic molecules at the LiCoO<sub>2</sub> (001)-water interface: force
field development and molecular dynamics simulations. Nanoscale, 2022, , . 2.8 2

9872 Asymmetric transport and desalination in graphene channels. Physical Chemistry Chemical Physics,
2022, 24, 13245-13255. 1.3 8

9873 Why Local and Non-local Terms are Essential for Second Harmonic Generation Simulation?. Physical
Chemistry Chemical Physics, 2022, , . 1.3 3

9874 Ethanol electro-oxidation reaction on the Pd(111) surface in alkaline media: insights from quantum
and molecular mechanics. Physical Chemistry Chemical Physics, 2022, , . 1.3 2

9875 Quantitative molecular simulations. Physical Chemistry Chemical Physics, 2022, 24, 12767-12786. 1.3 3

9876
Theoretical description of water from single-molecule to condensed phase: Recent progress on
potential energy surfaces and molecular dynamics. Chinese Journal of Chemical Physics, 2022, 35,
227-241.

0.6 2

9877 In silico bioprospecting of taraxerol as a main protease inhibitor of SARS-CoV-2 to develop therapy
against COVID-19. Structural Chemistry, 2022, 33, 1517-1528. 1.0 18

9878 Computational Insights of Unfolding of N-Terminal Domain of TDP-43 Reveal the Conformational
Heterogeneity in the Unfolding Pathway. Frontiers in Molecular Neuroscience, 2022, 15, 822863. 1.4 3

9879 Hydrogen Bonds in a Waterâ€“Pyrrolidone System. Russian Journal of Physical Chemistry A, 2022, 96,
685-690. 0.1 1

9880 Structural, dynamic, and hydration properties of quercetin and its aggregates in solution.. Journal of
Physics Condensed Matter, 2022, , . 0.7 3

9881
Probing the Electrodeâ€“Electrolyte Interface of a Model K-Ion Battery Electrodeâ”€The Origin of Rate
Capability Discrepancy between Aqueous and Non-Aqueous Electrolytes. ACS Applied Materials &amp;
Interfaces, 2022, 14, 20835-20847.

4.0 4

9882 Microscopic Insight into Water Desalination through Nanoporous Graphene: The Influence of the
Dipole Moment. Journal of Physical Chemistry Letters, 2022, 13, 4029-4035. 2.1 6

9883 Thermal conductance of the waterâ€“gold interface: The impact of the treatment of surface
polarization in non-equilibrium molecular simulations. Journal of Chemical Physics, 2022, 156, . 1.2 4

9884 Non-Newtonian shear viscosity of confined water in forsterite nanoslits: insights from molecular
dynamics simulations. Molecular Simulation, 0, , 1-11. 0.9 0



535

Citation Report

# Article IF Citations

9885 Theoretical study on aggregation-induced emission of new multi-layer 3D chiral molecules. Molecular
Simulation, 0, , 1-10. 0.9 0

9886
Free-Energy Landscape of the S<sub>N</sub>2 Reaction CH<sub>3</sub>Br + Cl<sup>â€“</sup> â†’
CH<sub>3</sub>Cl + Br<sup>â€“</sup> in Different Liquid Environments. Journal of Physical Chemistry
B, 2022, 126, 3685-3692.

1.2 3

9887 Improving 1-propanol force field: a new methodology. Journal of Molecular Modeling, 2022, 28, 139. 0.8 0

9888 Improving Force Field Accuracy by Training against Condensed-Phase Mixture Properties. Journal of
Chemical Theory and Computation, 2022, 18, 3577-3592. 2.3 9

9889 Identification of potential human beta-secretase 1 inhibitors by hierarchical virtual screening and
molecular dynamics. Journal of Biomolecular Structure and Dynamics, 2023, 41, 4560-4574. 2.0 4

9890 Molecular Insights into the Interfacial Properties of Cellulose Surfaces with Varying Types of Ionic
Liquid Epoxies. ACS Applied Polymer Materials, 2022, 4, 3734-3742. 2.0 0

9891 Identification of the Molecular Structure of Mandelic Acid in Solid and Aqueous Solutions by Raman
Spectra in the C-H/C-D Stretching Region. Vibrational Spectroscopy, 2022, 120, 103382. 1.2 2

9892 Activation and allosteric regulation of the orphan GPR88-Gi1 signaling complex. Nature
Communications, 2022, 13, 2375. 5.8 14

9893 Functional and structural characterization of interactions between opposite subunits in HCN
pacemaker channels. Communications Biology, 2022, 5, 430. 2.0 1

9894 Long-Range Ionic and Short-Range Hydration Effects Govern Strongly Anisotropic Clay Nanoparticle
Interactions. Journal of Physical Chemistry C, 2022, 126, 8143-8151. 1.5 7

9895 Effects of wettability and heat flux on water nanofilm phase change over copper plate. Applied
Thermal Engineering, 2022, 213, 118638. 3.0 8

9896 Simulations of Friction Anisotropy on Self-Assembled Monolayers in Water. Langmuir, 2022, 38,
6273-6280. 1.6 0

9897 Improving the Accuracy of Atomistic Simulations of the Electrochemical Interface. Chemical Reviews,
2022, 122, 10651-10674. 23.0 39

9898 Force Field Parameterization of Actinyl Molecular Cations Using the 12-6-4 Model. Journal of Chemical
Information and Modeling, 2022, 62, 2432-2445. 2.5 3

9899 Molecular Simulation Method for Assessing Temperature Dependence of Soil Water Adsorption
Strength. Geotechnique Letters, 2022, 12, 1-22. 0.6 1

9900 Removal of tetracycline by aerobic granular sludge from marine aquaculture wastewater: A
molecular dynamics investigation. Bioresource Technology, 2022, 355, 127286. 4.8 23

9901 Benchmarking the ability of novel compounds to inhibit SARS-CoV-2 main protease using steered
molecular dynamics simulations. Computers in Biology and Medicine, 2022, 146, 105572. 3.9 28

9902 Interference between di(2-ethylhexyl) phthalate and heavy metals (Cd and Cu) in a Mollisol during
aging and mobilization. Science of the Total Environment, 2022, 836, 155635. 3.9 3



536

Citation Report

# Article IF Citations

9903 Revisiting the birth of NaCl crystals using molecular dynamics simulation. Journal of Molecular
Graphics and Modelling, 2022, 115, 108202. 1.3 0

9904 Constructing conformational library for amyloid-Î²42 dimers as the smallest toxic oligomers using
two CHARMM force fields. Journal of Molecular Graphics and Modelling, 2022, 115, 108207. 1.3 5

9905 Accelerating the 3D reference interaction site model theory of molecular solvation with treecode
summation and cutâ€•offs. Journal of Computational Chemistry, 2022, 43, 1251-1270. 1.5 4

9906 Mechanics of biosurfactant aided liquid phase exfoliation of 2D materials. Forces in Mechanics, 2022,
8, 100098. 1.3 2

9907 Water clusters and density fluctuations in liquid water based on extended hierarchical clustering
methods. Scientific Reports, 2022, 12, 8036. 1.6 6

9908 Structural and Dynamical Properties of Liquids in Confinements: A Review of Molecular Dynamics
Simulation Studies. Langmuir, 2022, 38, 6506-6522. 1.6 15

9909 Ephemeral Ice-Like Local Environments in Classical Rigid Models of Liquid Water. Journal of Chemical
Physics, 0, , . 1.2 10

9910 AlphaFold-predicted Protein Structure vs Experimentally Obtained Protein Structure: An Emphasis on
the Side Chains. Journal of the Physical Society of Japan, 2022, 91, . 0.7 2

9911 Thermoadaptation in an Ancestral Diterpene Cyclase by Altered Loop Stability. Journal of Physical
Chemistry B, 2022, 126, 3809-3821. 1.2 5

9912 The Critical Diameter for Continuous Evaporation Is between 3 and 4 nm for Hydrophilic Nanopores.
Langmuir, 2022, 38, 6550-6560. 1.6 0

9913 Influence of the extent of hydrophobicity on water organization and dynamics on 2D graphene oxide
surfaces. Physical Chemistry Chemical Physics, 2022, 24, 14909-14923. 1.3 7

9914 Consistent Picture of Phosphateâ€“Divalent Cation Binding from Models with Implicit and Explicit
Electronic Polarization. Journal of Physical Chemistry B, 0, , . 1.2 1

9915 Diclofenac Ion Hydration: Experimental and Theoretical Search for Anion Pairs. Molecules, 2022, 27,
3350. 1.7 7

9916 Mechanism and conformation changes for the whole regeneration process of cellulose in
pyridinium-based ionic liquids. Cellulose, 2022, 29, 5479-5492. 2.4 7

9917 Formation of Liquid Film in Heterogeneous Condensation of Water Vapor: Effects of Solidâ€“Fluid
Interaction and Sulfuric Acid Component. Langmuir, 2022, 38, 7085-7097. 1.6 3

9918 py-MCMD: Python Software for Performing Hybrid Monte Carlo/Molecular Dynamics Simulations with
GOMC and NAMD. Journal of Chemical Theory and Computation, 2022, 18, 4983-4994. 2.3 10

9919
Experimental and Theoretical Studies on the Intercalation of Naproxen into the Mg2Al and Zn2Al
Layered Double Hydroxides by Ion Exchange Reaction. Journal of Pharmaceutical Sciences, 2022, 111,
2369-2377.

1.6 2

9920 The â€œgood,â€• the â€œbad,â€• and the â€œhiddenâ€• in neutron scattering and molecular dynamics of ionic
aqueous solutions. Journal of Chemical Physics, 2022, 156, . 1.2 6



537

Citation Report

# Article IF Citations

9921 CNT-motor driven by competition between thermal fluctuation and REF. International Journal of
Mechanical Sciences, 2022, 225, 107372. 3.6 5

9922 Anomalous ion hydration and association in confined aqueous CaCl2 solution. Journal of Molecular
Liquids, 2022, 360, 119409. 2.3 4

9923 Sr2+ and Ba2+ salts induced conformational structure of sodium polyacrylate PAA investigated by
molecular dynamics simulations. Computational Materials Science, 2022, 211, 111541. 1.4 2

9924 Understanding of water desalination in two-dimensional porous membrane via molecular dynamics.
Journal of Molecular Liquids, 2022, 360, 119408. 2.3 8

9925 Significant role of counterion for lead(â…¡) ion adsorption on carbon pore surface. Carbon, 2022, 196,
575-588. 5.4 5

9926 Polarisation of water under thermal fields: the effect of the molecular dipole and quadrupole
moments. Physical Chemistry Chemical Physics, 2022, 24, 14924-14936. 1.3 2

9927 Unraveling the effects of gas species and surface wettability on the morphology of interfacial
nanobubbles. Nanoscale Advances, 2022, 4, 2893-2901. 2.2 3

9928 Drained and undrained heat capacity of swelling clays. Physical Chemistry Chemical Physics, 0, , . 1.3 8

9929 Strengthening the Hydrogen-Bond Network for Practical Aqueous Aluminum-Air Battery. SSRN
Electronic Journal, 0, , . 0.4 0

9930 The effect of ethanol on B-DNA in salt solution through Molecular Dynamics Simulations. , 2022, , . 0

9931 On the Capture of Common Gaseous Pollutants in Indoor Environment. SSRN Electronic Journal, 0, , . 0.4 0

9932 Molecular Modeling of Nanoparticles. , 2022, , 681-703. 2

9933 Nucleation parameters of SPC/E and TIP4P/2005 water vapor measured in NPT molecular dynamics
simulations. Journal of Molecular Modeling, 2022, 28, . 0.8 4

9934 Molecular Dynamics Simulation of Nanodroplets Impacting Stripe-Textured Surfaces. Langmuir, 0, , . 1.6 3

9935 Molecular Dynamics Simulations of Reverse Osmosis in Silica Nanopores. Journal of Physical
Chemistry C, 2022, 126, 9161-9172. 1.5 3

9936
Viscosity and Interfacial Tension of Binary Mixtures Consisting of an n-Alkane, Branched Alkane,
Primary Alcohol, or Branched Alcohol and a Dissolved Gas Using Equilibrium Molecular Dynamics
Simulations. International Journal of Thermophysics, 2022, 43, .

1.0 2

9937 Theory and simulation of electrokinetic fluctuations in electrolyte solutions at the mesoscale.
Journal of Fluid Mechanics, 2022, 942, . 1.4 3

9938 Mechanisms for enhanced transport selectivity of like-charged ions in hydrophobic-polymer-modified
ion-exchange membranes. Journal of Membrane Science, 2022, 658, 120645. 4.1 11



538

Citation Report

# Article IF Citations

9939 Probing structural basis for enhanced binding of SARSâ€•CoVâ€•2 P.1 variant spike protein with the human
ACE2 receptor. Journal of Cellular Biochemistry, 2022, 123, 1207-1221. 1.2 3

9940 Correlation lengths in nanoconfined water and transport properties. Journal of Chemical Physics,
2022, 156, . 1.2 4

9941 Self-assembly behavior of disaccharide-containing supra-amphiphiles. Chinese Chemical Letters, 2023,
34, 107566. 4.8 2

9942 Lattice Boltzmann Model for Oil/Water Two-Phase Flow in Nanoporous Media Considering
Heterogeneous Viscosity, Liquid/Solid, and Liquid/Liquid Slip. SPE Journal, 2022, 27, 3508-3524. 1.7 8

9943 Toward a mechanistic understanding of cesium adsorption to todorokite: A molecular dynamics
simulation study. Journal of Hazardous Materials, 2022, 436, 129250. 6.5 3

9944 Negative Effects of Inorganic Salt Invasion on the Dissociation Kinetics of Silica-Confined Gas Hydrate
via Thermal Stimulation. Energy &amp; Fuels, 2022, 36, 6216-6228. 2.5 8

9945 Chemical Decomposition of the TFSI Anion under Aqueous Basic Conditions. , 2022, 1, . 3

9946 Atomistic Simulations of the Permeability and Dynamic Transportation Characteristics of Diamond
Nanochannels. Nanomaterials, 2022, 12, 1785. 1.9 2

9947 Water Diffusion Proceeds via a Hydrogen-Bond Jump Exchange Mechanism. Journal of Physical
Chemistry Letters, 2022, 13, 4660-4666. 2.1 15

9948 Thiocyanate Ions Form Antiparallel Populations at the Concentrated Electrolyte/Charged Surfactant
Interface. Journal of Physical Chemistry Letters, 2022, 13, 5081-5087. 2.1 6

9949 C-A-S-H Thermoelastic Properties at the Molecular and Gel Scales. Journal of Advanced Concrete
Technology, 2022, 20, 375-388. 0.8 3

9950 Complex investigation of H-bond in Water-N-methylacetamide system: Volumetric properties, DFT, IR,
MD analysis. Journal of Molecular Liquids, 2022, 360, 119533. 2.3 1

9951
Viscosity and Interfacial Tension of Ternary Mixtures Consisting of Linear Alkanes, Alcohols, and/or
Dissolved Gases Using Surface Light Scattering and Equilibrium Molecular Dynamics Simulations.
International Journal of Thermophysics, 2022, 43, .

1.0 2

9952
Direct Crystallization Resolution of Racemates Enhanced by Chiral Nanorods: Experimental,
Statistical, and Quantum Mechanics/Molecular Dynamics Simulation Studies. ACS Omega, 2022, 7,
19828-19841.

1.6 6

9953 Lifetime distribution of clusters in binary mixtures involving hydrogen bonding liquids. Scientific
Reports, 2022, 12, . 1.6 10

9954
Low-pressure reverse osmosis membrane made of cellulose nanofiber and carbon nanotube polyamide
nano-nanocomposite for high purity water production. Chemical Engineering Journal, 2022, 448,
137359.

6.6 15

9955
Molecular Dynamics Simulation of Association Processes in Aqueous Solutions of Maleate Salts of
Drug-like Compounds: The Role of Counterion. International Journal of Molecular Sciences, 2022, 23,
6302.

1.8 5

9956 The influence of Holliday junction sequence and dynamics on DNA crystal self-assembly. Nature
Communications, 2022, 13, . 5.8 24



539

Citation Report

# Article IF Citations

9957 Biphasic Behaviors of Nd<sup>3+</sup> Bound with Cyanex272, Cyanex301, and Cyanex302: A Molecular
Dynamics Simulation Study. Inorganic Chemistry, 2022, 61, 8920-8929. 1.9 0

9958 A pragmatic pharmacophore informatics strategy to discover new potent inhibitors against pim-3.
Structural Chemistry, 0, , . 1.0 0

9959 Hydration of Linear Alkanes is Governed by the Small Length-Scale Hydrophobic Effect. Journal of
Chemical Theory and Computation, 2022, 18, 3805-3813. 2.3 5

9960
Molecular insights into the crystalline nanocellulose and human lysozyme interactions: An
experimental and theoretical research. International Journal of Biological Macromolecules, 2022, 213,
83-95.

3.6 2

9961 Conformational and solvent effects in structural and spectroscopic properties of 2-hydroxyethyl
methacrylate and acrylic acid. Journal of Molecular Liquids, 2022, 360, 119428. 2.3 1

9962 Anion-kinetics-selective graphene anode and cation-energy-selective MXene cathode for
high-performance capacitive deionization. Energy Storage Materials, 2022, 50, 395-406. 9.5 32

9963 A quantitative study of salinity effect on water diffusion in n-alkane phases: From pore-scale
experiments to molecular dynamic simulation. Fuel, 2022, 324, 124716. 3.4 3

9967 Permeability of C-S-H. SSRN Electronic Journal, 0, , . 0.4 2

9968 Infiltration characteristics of nanochannels composed of graphene sheets in different directions.
Wuli Xuebao/Acta Physica Sinica, 2022, . 0.2 2

9969 Pressure induced phase diagram of double-layer ice under confinement: A first-principles study.
Physical Chemistry Chemical Physics, 0, , . 1.3 2

9970 Probing the distribution of ionic liquid mixtures at charged and neutral interfaces via simulations
and lattice-gas theory. Physical Chemistry Chemical Physics, 0, , . 1.3 0

9971 Confinement induces stable calcium carbonate formation in silica nanopores. Nanoscale, 2022, 14,
10349-10359. 2.8 1

9972
Dual functional amphiphilic sugar-coated AIE-active fluorescent organic nanoparticles for the
monitoring and inhibition of insulin amyloid fibrillation based on carbohydrateâ€“protein
interactions. Journal of Materials Chemistry B, 2022, 10, 5602-5611.

2.9 3

9973 Inhibition Mechanisms of (âˆ’)-Epigallocatechin-3-gallate and Genistein on Amyloid-beta 42 Peptide of
Alzheimerâ€™s Disease via Molecular Simulations. ACS Omega, 2022, 7, 19665-19675. 1.6 8

9974 Methodology-Centered Review of Molecular Modeling, Simulation, and Prediction of SARS-CoV-2.
Chemical Reviews, 2022, 122, 11287-11368. 23.0 38

9975 Targeting SARS-CoV-2 non-structural protein 13 via helicase-inhibitor-repurposing and non-structural
protein 16 through pharmacophore-based screening. Molecular Diversity, 2023, 27, 1067-1085. 2.1 6

9976 Melting points of water models: Current situation. Journal of Chemical Physics, 2022, 156, . 1.2 14

9977 Absorption of Phosphonium Cations and Dications into a Hydrated POPC Phospholipid Bilayer: A
Computational Study. Journal of Physical Chemistry B, 2022, 126, 4272-4288. 1.2 5



540

Citation Report

# Article IF Citations

9978 Sodium and Magnesium Ion Location at the Backbone and at the Nucleobase of RNA: <i>Ab Initio</i>
Molecular Dynamics in Water Solution. ACS Omega, 2022, 7, 23234-23244. 1.6 3

9979
Irregular structure of the hydrated Ag+ in aqueous solution and its Dynamics: An insight from
perturbation theory hybrid forces molecular dynamics simulation. Journal of Molecular Liquids,
2022, 361, 119688.

2.3 2

9980 A new hypothesis for cavitation nucleation in gas saturated solutions: Clustering of gas molecules
lowers significantly the surface tension. Chinese Journal of Chemical Engineering, 2022, 50, 347-351. 1.7 4

9981 Probing Adaptation of Hydration and Protein Dynamics to Temperature. ACS Omega, 2022, 7,
22020-22031. 1.6 4

9982 Adaptive Conformer Sampling for Property Prediction Using the Conductor-like Screening Model for
Real Solvents. Industrial &amp; Engineering Chemistry Research, 2022, 61, 9025-9036. 1.8 5

9983
Improvement of saccharification of native grass, Pennisetum sp. using cellulase from isolated
Aspergillus fumigatus for bioethanol production: an insight into in silico molecular modelling,
docking and dynamics studies. Systems Microbiology and Biomanufacturing, 2023, 3, 394-413.

1.5 5

9984 GalaxyWater-CNN: Prediction of Water Positions on the Protein Structure by a 3D-Convolutional
Neural Network. Journal of Chemical Information and Modeling, 2022, 62, 3157-3168. 2.5 17

9985 Ion Specificity of Confined Ionâ€“Water Structuring and Nanoscale Surface Forces in Clays. Journal of
Physical Chemistry B, 2022, 126, 4977-4989. 1.2 3

9986 Adsorptive Structure and Mobility on Carbon Nanotube Exteriors Using Benzoic Acid as a Molecular
Probe of Amphiphilic Water Contaminants. Journal of Physical Chemistry B, 0, , . 1.2 1

9987 Insights into the Interaction between Polyphenols and Î²-Lactoglobulin through Molecular Docking,
MD Simulation, and QM/MM Approaches. ACS Omega, 2022, 7, 23083-23095. 1.6 18

9988 Development of coarse-grained potential of silica species. Molecular Simulation, 2022, 48, 1343-1355. 0.9 3

9989 Diffusional isotope fractionation of singly and doubly substituted isotopologues of H2, N2 and O2
during air-water gas transfer. Geochimica Et Cosmochimica Acta, 2022, 332, 78-87. 1.6 1

9990 Mechanisms of ionic liquids on the enhancement of interfacial transport of lithium ions in crown
ether system. Journal of Cleaner Production, 2022, 366, 132782. 4.6 10

9991 Universal optothermal micro/nanoscale rotors. Science Advances, 2022, 8, . 4.7 23

9992 Transformation characteristics of A-DNA in salt solution revealed through molecular dynamics
simulations. Biophysical Chemistry, 2022, 288, 106845. 1.5 6

9993 PEO-Grafted Gold Nanopore: Grafting Density, Chain Length, and Curvature Effects. Macromolecules,
2022, 55, 5222-5232. 2.2 6

9994
Unified polarizable electrode models for open and closed circuits: Revisiting the effects of electrode
polarization and different circuit conditions on electrode-electrolyte interfaces. Journal of
Chemical Physics, 0, , .

1.2 4

9995 Solvent and Chloride Ion Effects on the Acid-Catalyzed Conversion of Glucose to
5-Hydroxymethylfurfural. ACS Sustainable Chemistry and Engineering, 2022, 10, 8275-8288. 3.2 8



541

Citation Report

# Article IF Citations

9996
The effects of nanoparticle percentages and an external variable magnetic field on the atomic and
thermal behaviors in an oscillating heat pipe via molecular dynamics simulation. Journal of Molecular
Liquids, 2022, 360, 119570.

2.3 5

9997 Towards the correct microscopic structure of aqueous CsCl solutions with a comparison of
classical interatomic potential models. Journal of Molecular Liquids, 2022, 361, 119660. 2.3 2

9998
Hydrogen bonding structure and dynamics of cis- and trans- conformers of N-methylformamide in
water, DMSO and water-DMSO mixtures at varying compositions. Journal of Molecular Liquids, 2022,
361, 119610.

2.3 1

9999 Molecular dynamics simulation of demulsification of O/W emulsion containing soil in direct current
electric field. Journal of Molecular Liquids, 2022, 361, 119618. 2.3 6

10000 Conformational analysis and water dynamics: a molecular dynamics study on the survival of a
Î²-lactoglobulin peptide in the archaeological record. Chemical Physics, 2022, 561, 111602. 0.9 2

10001 Elucidation of critical pH-dependent structural changes in Botulinum Neurotoxin E. Journal of
Structural Biology, 2022, 214, 107876. 1.3 4

10002 New crowding states of ionic liquid induced by configuration change of ion adsorption on charged
electrode. Electrochimica Acta, 2022, 425, 140692. 2.6 2

10003 Effect of water content and structural anisotropy on tensile mechanical properties of
montmorillonite using molecular dynamics. Applied Clay Science, 2022, 228, 106622. 2.6 16

10004 Nucleation of Water Clusters in Gas Phase: A Computational Study Based on Neural Network
Potential and Enhanced Sampling<sup>â€»</sup>. Acta Chimica Sinica, 2022, 80, 598. 0.5 1

10005 Hygroscopic Protic Ionic Liquids as Electrolytes for Electric Double Layer Capacitors. SSRN
Electronic Journal, 0, , . 0.4 0

10006 Structural aspects of the clustering of curcumin molecules in water. Molecular dynamics computer
simulation study. Condensed Matter Physics, 2022, 25, 23201. 0.3 1

10007
Breakthrough pressure of oil displacement by water through the ultra-narrow kerogen pore throat
from the Youngâ€“Laplace equation and molecular dynamic simulations. Physical Chemistry Chemical
Physics, 2022, 24, 17195-17209.

1.3 9

10010 Properties and Mechanisms for PFAS Adsorption to Aqueous Clay and Humic Soil Components.
Environmental Science &amp; Technology, 2022, 56, 10053-10061. 4.6 26

10011
Activation of Glycyl Radical Enzymesâ”€Multiscale Modeling Insights into Catalysis and Radical Control
in a Pyruvate Formate-Lyase-Activating Enzyme. Journal of Chemical Information and Modeling, 2022,
62, 3401-3414.

2.5 2

10012 Effect of fluids on the critical energy release rate of typical components in shale and andesite by
molecular simulations. Journal of Chemical Physics, 2022, 157, . 1.2 5

10013 A Deep Neural Network Potential for Water Confined in Graphene Nanocapillaries. Journal of Physical
Chemistry C, 2022, 126, 10546-10553. 1.5 7

10014 A molecular dynamics investigation of N-glycosylation effects on T-cell receptor kinetics. Journal of
Biomolecular Structure and Dynamics, 2023, 41, 5614-5623. 2.0 1

10015 Molecular Dynamics Simulation Study on Ï€-Ï€ Stacking of Gemini Surfactants in Oil/Water Systems.
Chinese Journal of Chemical Engineering, 2022, , . 1.7 1



542

Citation Report

# Article IF Citations

10016 Probing electrolyteâ€“silica interactions through simulations of the infrared spectroscopy of
nanoscale pores. Journal of Chemical Physics, 2022, 157, . 1.2 2

10017
Fate of Water Molecules on (11-20) and (1-102) Î±-Alumina Surfaces: 2D Periodic Self-Consistent
Charge-Density Functional Tight-Binding/Molecular Mechanics Molecular Dynamics Study. Journal of
Physical Chemistry C, 2022, 126, 11148-11157.

1.5 0

10018 Effects of Electrostatic Interactions on Kapitza Resistance in Hexagonal Boron Nitrideâ€“Water
Interfaces. Langmuir, 2022, 38, 8783-8793. 1.6 8

10020 Electric field direction-induced gas/water selectively entering nanochannel. Journal of Molecular
Liquids, 2022, 363, 119852. 2.3 4

10021 Correlated Local Fluctuations in the Hydrogen Bond Network of Liquid Water. Journal of the
American Chemical Society, 2022, 144, 13127-13136. 6.6 4

10022 Stability of Water Confined between Supported Self-Assembled Monolayers. Journal of Physical
Chemistry B, 2022, 126, 5110-5116. 1.2 2

10023 Hydrogen Diffusion in Clay Slit: Implications for the Geological Storage. Energy &amp; Fuels, 2022, 36,
7651-7660. 2.5 13

10024 Molecular dynamics simulation for quantitative characterization of wettability transition on silica
surface. Journal of Materials Research and Technology, 2022, 19, 4371-4380. 2.6 14

10025 A molecular study on the behavior of polyethoxylated alkyl ethers surfactants in a water/n-alkane
interface. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2022, 651, 129627. 2.3 4

10026 Tunnel cation and water structures of todorokite: Insights into metal partitioning and isotopic
fractionation. Geochimica Et Cosmochimica Acta, 2022, 333, 153-165. 1.6 3

10027 Spontaneous transport of water nanodroplets on graphene and hexagonal boron nitride in-plane
heterostructure. Europhysics Letters, 0, , . 0.7 2

10028 Molecular Dynamics Simulation on the Wettability of Nanoscale Wrinkles: High Water Adhesion of
Rose Petals. Langmuir, 2022, 38, 8854-8861. 1.6 3

10029 Implementation of Telescoping Boxes in Adaptive Steered Molecular Dynamics. Journal of Chemical
Theory and Computation, 2022, 18, 4649-4659. 2.3 8

10030 Resolution exchange with tunneling for enhanced sampling of protein landscapes. Physical Review E,
2022, 106, . 0.8 1

10031 Spectroscopic and Molecular Dynamics Aspect of Antimalarial Drug Hydroxychloroquine Binding
with Human Telomeric G-Quadruplex. Journal of Physical Chemistry B, 2022, 126, 5241-5249. 1.2 7

10032 Molecular dynamics study of water and ion behaviors of mixed salts solutions on extended quartz
surface. Journal of Applied Physics, 2022, 132, 024701. 1.1 0

10033 Intermolecular forces at ice and water interfaces: Premelting, surface freezing, and regelation.
Journal of Chemical Physics, 2022, 157, . 1.2 10

10034 Statistical physics of inhomogeneous transport: Unification of diffusion laws and inference from
first-passage statistics. Physical Review E, 2022, 106, . 0.8 6



543

Citation Report

# Article IF Citations

10035 Molecular Dynamics Simulation of Spreading of Mixture Droplets on Chemically Heterogeneous
Surfaces. Langmuir, 2022, 38, 8353-8365. 1.6 1

10036 Graphene Oxide-Induced Structural Morphology and Colloidal Interaction at Water-Oil Interface.
Journal of Molecular Liquids, 2022, , 119854. 2.3 2

10037 Binary droplet interactions in shear water-in-oil emulsion: A molecular dynamics study. Journal of
Molecular Liquids, 2022, 363, 119823. 2.3 7

10038 Electric Fields Applied to Surfactant Molecules for Enhancing Removal of Hydrocarbons from a Solid
Surface: A Molecular Dynamics Study. Journal of Physical Chemistry C, 2022, 126, 11761-11768. 1.5 0

10039 Electrically enhanced activity of cationic surfactant for the bubble surface modification of solvent
sublation to remove acetaminophen from water. Journal of Molecular Liquids, 2022, 362, 119700. 2.3 1

10040 Molecular dynamics study of oil type and volume ratio of nanoparticles on the thermal behavior of
nanorefrigerants. Case Studies in Thermal Engineering, 2022, 37, 102255. 2.8 3

10041 Molecular dynamics simulation of impurity effects near the NaCl interface during the initial rapid
stages of growth. Journal of Crystal Growth, 2022, 593, 126776. 0.7 3

10042 Water jumps over a nanogap between two disjoint carbon nanotubes assisted by thermal fluctuation.
Journal of Molecular Liquids, 2022, 362, 119719. 2.3 4

10043
Molecular models of hematite, goethite, kaolinite, and quartz: Surface terminations, ionic
interactions, nano topography, and water coordination. Colloids and Surfaces A: Physicochemical
and Engineering Aspects, 2022, 650, 129585.

2.3 8

10044 Solvation structure of the Hg(NO3)2 and Hg(TfO)2 salts in dilute aqueous and methanol solutions: An
insight into the Hg2+ coordination chemistry. Journal of Molecular Liquids, 2022, 363, 119801. 2.3 4

10045
New Insights into the Capture of Low-level Gaseous Pollutants in Indoor Environment by
Carbonaceous Materials: Effects of Functional Groups, Pore Size, and Presence of Moist. Separation
and Purification Technology, 2022, 298, 121652.

3.9 3

10046 Friedel's salt: Temperature dependence of thermoelastic properties. Cement and Concrete Research,
2022, 160, 106904. 4.6 17

10047 Interfacial thermal resistance between nanoconfined water and silicon: Impact of temperature and
silicon phase. Surfaces and Interfaces, 2022, 33, 102188. 1.5 4

10048 Significance of native PLGA nanoparticles in the treatment of Alzheimer's disease pathology. Bioactive
Materials, 2022, 17, 506-525. 8.6 12

10049 In silico analysis of SARS-CoV-2 spike protein N501Y and N501T mutation effects on human ACE2 binding.
Journal of Molecular Graphics and Modelling, 2022, 116, 108260. 1.3 4

10050 Templating precise multiple binding sites: Promising molecularly imprinted membrane orchestrated by
sequential surface imprinting strategy. Chemical Engineering Journal, 2022, 450, 138058. 6.6 20

10051 Revisit the adsorption of aromatic compounds on graphene oxide: Roles of oxidized debris. Chemical
Engineering Journal, 2022, 450, 137996. 6.6 5

10052 Pollution caused by nanoplastics: adverse effects and mechanisms of interaction <i>via</i> molecular
simulation. PeerJ, 0, 10, e13618. 0.9 4



544

Citation Report

# Article IF Citations

10054 A unique peptide-based pharmacophore identifies an inhibitory compound against the A-subunit of
Shiga toxin. Scientific Reports, 2022, 12, . 1.6 1

10055 Contrasting Effect of Salts on the Binding of Antimalarial Drug Hydroxychloroquine with Different
Sequences of Duplex DNA. Journal of Physical Chemistry B, 2022, 126, 5605-5612. 1.2 2

10056 RNA Electrostatics: How Ribozymes Engineer Active Sites to Enable Catalysis. Journal of Physical
Chemistry B, 2022, 126, 5982-5990. 1.2 9

10057 Structure of Water Adsorbed on Nanocrystalline Calcium Silicate Hydrate Determined from Neutron
Scattering and Molecular Dynamics Simulations. Journal of Physical Chemistry C, 0, , . 1.5 1

10058 Mechanism for the Intercalation of Aniline Cations into the Interlayers of Graphite. Nanomaterials,
2022, 12, 2486. 1.9 4

10059 Spectral signatures of excess-proton waiting and transfer-path dynamics in aqueous hydrochloric
acid solutions. Nature Communications, 2022, 13, . 5.8 8

10060 Slip Flow on Graphene: Current Status and Perspective. Journal of Thermal Science, 2022, 31, 1115-1134. 0.9 2

10061 Free-energy differences of OPC-water and SPC/HW-heavy-water models using the Bennett acceptance
ratio. Heliyon, 2022, 8, e10000. 1.4 0

10062 Influence of Nanoparticles on Thermophysical Properties of Hybrid Nanofluids of Different Volume
Fractions. Nanomaterials, 2022, 12, 2570. 1.9 7

10063 Effect of hydration on intermolecular interactions in tetrabutylammonium chloride based deep
eutectic solvents. Journal of Molecular Liquids, 2022, 363, 119959. 2.3 5

10064
Cooperative Reaction of Hydrogen-Networked Water Molecules at the
SiCâ€“H<sub>2</sub>O<sub>2</sub> Solution Interface: Microscopic Insights from <i>Ab Initio</i>
Molecular Dynamics. Journal of Physical Chemistry C, 0, , .

1.5 3

10065 Polymer affinity with quartz (1 0 1) surface in saline solutions: A molecular dynamics study. Minerals
Engineering, 2022, 186, 107750. 1.8 3

10066 Microscopic mechanism for nanoparticle-laden dropletâ€“droplet electrocoalescence: A molecular
dynamics study. Separation and Purification Technology, 2022, 299, 121768. 3.9 12

10067 Molecular dynamics simulation on micro-explosion of water-in-oil droplets in presence of solid
particles or electric field. International Journal of Heat and Mass Transfer, 2022, 196, 123263. 2.5 5

10068 Uncovering the role of impurity sugars on the crystallization of d-tagatose crystal: Experiments and
molecular dynamics simulations. Food Chemistry, 2022, 397, 133762. 4.2 6

10069 Molecular Dynamics Simulation on Liquid Nanofilm Boiling Over Vibrating Surface. SSRN Electronic
Journal, 0, , . 0.4 0

10070 Decoding regioselective reaction mechanism of gentisic acid catalyzed by the gentisate 1,2-dioxygenase
enzyme. Catalysis Science and Technology, 2022, 12, 5742-5751. 2.1 1

10071 Atomistic-Scale Energetic Heterogeneity on a Membrane Surface. SSRN Electronic Journal, 0, , . 0.4 0



545

Citation Report

# Article IF Citations

10072
Local Structure and Molecular Mobility in Ternary System LiNO3â€“NaNO3â€“H2O at Room Temperature,
According to Data from Molecular Dynamics Simulation. Russian Journal of Physical Chemistry A,
2022, 96, 1433-1438.

0.1 0

10073 Thermal Transport in Citrate-Capped Gold Interfaces Using a Polarizable Force Field. Journal of
Physical Chemistry C, 2022, 126, 12742-12754. 1.5 1

10074 Structural, Dynamic, and Vibrational Properties of NaNO2 Aqueous Solution from Classical
Molecular Dynamics. Russian Journal of Physical Chemistry A, 2022, 96, 1439-1444. 0.1 1

10075 Data-Centric Development of Lignin Structureâ€“Solubility Relationships in Deep Eutectic Solvents
Using Molecular Simulations. ACS Sustainable Chemistry and Engineering, 2022, 10, 10144-10156. 3.2 8

10076 Regularities of Pareto sets in low-dimensional practical multi-criteria optimisation problems:
analysis, explanation, and exploitation. Optimization and Engineering, 0, , . 1.3 1

10077 Water-Controlled Ketoâ€“Enol Tautomerization of a Prebiotic Nucleobase. Journal of Physical
Chemistry B, 2022, 126, 5735-5743. 1.2 1

10078 Autocorrelation Functions of the Translational and Rotational Velocities of Water. Russian Journal
of Physical Chemistry A, 2022, 96, 1415-1418. 0.1 1

10079 Shear Viscosity and Self-Diffusion in Water. Russian Journal of Physical Chemistry A, 2022, 96,
1404-1414. 0.1 0

10080 Redox-Transition from Irreversible to Reversible Vitamin C by Pore Confinement in Microporous
Carbon Network. ACS Applied Materials &amp; Interfaces, 2022, 14, 36557-36569. 4.0 5

10081 Conformer Selection Upon Dilution with Water: The Fascinating Case of Liquid Ethylene Glycol
Studied via Molecular Dynamics Simulations**. ChemistryOpen, 2023, 12, . 0.9 2

10082
Atomic-Level Mechanism, Solvent Effect, and Potential of the Mean Force of the F<sup>â€“</sup> +
CH<sub>3</sub>CH<sub>2</sub>Cl S<sub>N</sub>2 Reaction in Aqueous Solution. Journal of Physical
Chemistry A, 2022, 126, 5527-5533.

1.1 2

10083 Water Thermodynamic Behavior Under Influence of Electric Field: A Molecular Dynamics Study.
Journal of Heat Transfer, 2022, 144, . 1.2 1

10084 Ultralow friction of ion-containing water nanodroplets. Nano Research, 0, , . 5.8 3

10085 JM-20, a Benzodiazepine-Dihydropyridine Hybrid Molecule, Inhibits the Formation of
Alpha-Synuclein-Aggregated Species. Neurotoxicity Research, 2022, 40, 2135-2147. 1.3 3

10086 Î² subunits of GABAA receptors form proton-gated chloride channels: Insights into the molecular basis.
Communications Biology, 2022, 5, . 2.0 1

10087 Cosolvent Exclusion Drives Protein Stability in Trimethylamine<i>N</i>-Oxide and Betaine Solutions.
Journal of Physical Chemistry Letters, 2022, 13, 7980-7986. 2.1 7

10088 Rapid water dynamics structures the OH-stretching spectra of solitary water in ionic liquids and
dipolar solvents. Journal of Chemical Physics, 2022, 157, . 1.2 6

10089 Prediction of selfâ€•diffusion coefficients of chemically diverse pure liquids by allâ€•atom molecular
dynamics simulations. Journal of Computational Chemistry, 2022, 43, 1892-1900. 1.5 7



546

Citation Report

# Article IF Citations

10090 Molecular dynamics of preferential adsorption in mixed alkaliâ€“halide electrolytes at graphene
electrodes. Journal of Chemical Physics, 2022, 157, . 1.2 4

10091 Ultralong mean free path phonons in HKUST-1 and their scattering by water adsorbates. Physical
Review B, 2022, 106, . 1.1 11

10093 Fingerprints of the Crossing of the Frenkel and Melting Line on the Properties of High-Pressure
Supercritical Water. Journal of Physical Chemistry Letters, 2022, 13, 7636-7644. 2.1 1

10094
Sigma enlarging bridge correction of three dimensional Ornsteinâ€“Zernike theory for solvation free
energy of polyatomic solutes immersed in Lennard-Jones monatomic solvent. AIP Advances, 2022, 12,
085206.

0.6 2

10095 Effects of surface rigidity and metallicity on dielectric properties and ion interactions at aqueous
hydrophobic interfaces. Journal of Chemical Physics, 2022, 157, . 1.2 5

10096 Impact of organic solutes on capillary phenomena in water-CO2-quartz systems. Journal of Colloid
and Interface Science, 2022, , . 5.0 2

10097 Shining (Infrared) Light on the Hofmeister Series: Driving Forces for Changes in the Water Vibrational
Spectra in Alkaliâ€“Halide Salt Solutions. Journal of Physical Chemistry B, 2022, 126, 6700-6712. 1.2 2

10099 The effect of air solubility on the Kapitza resistance of the copper-water interface. Journal of
Molecular Liquids, 2022, 366, 120049. 2.3 1

10100 Enhanced Ion Rejection in Carbon Nanotubes by a Lateral Electric Field. Langmuir, 2022, 38, 10065-10074. 1.6 7

10101 Velocity-Dependent Contact Angle and Energy Dissipations of Dynamic Wetting Nanodroplets on
Nanopillared Surfaces. Langmuir, 2022, 38, 9822-9832. 1.6 3

10102 Nanoarray-Embedded Hierarchical Surfaces for Highly Durable Dropwise Condensation. Research,
2022, 2022, . 2.8 3

10103 Strengthening the Hydrogen-Bond Network for Practical Aqueous Aluminumâ€“Air Battery. Industrial
&amp; Engineering Chemistry Research, 2022, 61, 12632-12640. 1.8 3

10104 Investigation of the Second Harmonic Generation at the Waterâ€“Vacuum Interface by Using Multiâ€•Scale
Modeling Methods. ChemistryOpen, 2023, 12, . 0.9 2

10105 Investigation of the effect of external force and initial pressure on the stability of cancer cells using
molecular dynamics simulation. European Physical Journal Plus, 2022, 137, . 1.2 3

10106
Coarse-Grained Molecular Dynamics Simulation of Cobalt Nanoparticle in the
<i>n</i>-Octacosaneâ€“Water Mixture: The Effect of Water Concentration and Nanoparticle Size.
Journal of Physical Chemistry C, 2022, 126, 13975-13985.

1.5 1

10107 3D-RISM-AI: A Machine Learning Approach to Predict Proteinâ€“Ligand Binding Affinity Using 3D-RISM.
Journal of Physical Chemistry B, 2022, 126, 6148-6158. 1.2 6

10108 Modeling of MT. P495, an mRNA-based vaccine against the phosphate-binding protein PstS1 of
Mycobacterium tuberculosis. Molecular Diversity, 2023, 27, 1613-1632. 2.1 4

10109 Deep learning-based quasi-continuum theory for structure of confined fluids. Journal of Chemical
Physics, 0, , . 1.2 1



547

Citation Report

# Article IF Citations

10110 Adsorption Mechanism of High-Concentration Ammonium by Chinese Natural Zeolite with
Experimental Optimization and Theoretical Computation. Water (Switzerland), 2022, 14, 2413. 1.2 12

10111 Molecular simulation of layered GO membranes with amorphous structure for heavy metal ions
separation. Journal of Membrane Science, 2022, 660, 120863. 4.1 18

10112
Adsorption process and mechanisms of AEO-3/dodecane mixed collector on low-rank coal surface
driven by water flow: A non-equilibrium molecular dynamics simulation study. Journal of Molecular
Liquids, 2022, 364, 119993.

2.3 4

10113 Inorganic salts crystallization and deposition characteristics and mechanisms in supercritical water.
Desalination, 2022, 540, 116016. 4.0 11

10114 Nonlinear dielectric relaxation of polar liquids. Journal of Molecular Liquids, 2022, 364, 119935. 2.3 6

10115 Hydration and ion interactions of zwitterionic homopolymers with varying carbon spacer lengths.
Chemical Engineering Research and Design, 2022, 186, 174-183. 2.7 0

10116 Water-Graphene non-bonded interaction parameters: Development and influence on molecular
dynamics simulations. Applied Surface Science, 2022, 603, 154477. 3.1 2

10117 Insights into the mechanism of electrostatic field promoting ozone mass transfer in water: A
molecular dynamics perspective. Science of the Total Environment, 2022, 848, 157710. 3.9 3

10118 X-ray scattering and molecular dynamics simulations reveal the secondary structure of Îº-carrageenan
in the solution state. Carbohydrate Polymers, 2022, 296, 119958. 5.1 4

10119
Development of a monoethanolamine/n-butanol biphasic solution with tunable phase separation for
CO2 absorption via combined experimental and computational study: Role of solvation environment,
phase separation mechanism. Separation and Purification Technology, 2022, 301, 121861.

3.9 9

10120 Search for the superiority of supercritical water with ab initio molecular dynamics simulation.
Journal of Molecular Liquids, 2022, 365, 120140. 2.3 1

10121 Investigation of membrane fouling phenomenon using molecular dynamics simulations: A review.
Journal of Membrane Science, 2022, 661, 120874. 4.1 23

10122 Molecular dynamics study of the effect of external electric field amplitude and cavity on thermal
properties of Ammonia/Copper Nano-Refrigerant. Journal of Molecular Liquids, 2022, 365, 120125. 2.3 15

10123
Thermal behavior and phase transition of the aminostaldehyde as the wall and bromohexadecane as a
phase change material enriched via gold nanoparticles: Molecular dynamics study. Journal of Energy
Storage, 2022, 55, 105482.

3.9 3

10124 Effect of molecular structure and ionization state on aggregation of carboxymethyl chitosan: A
molecular dynamics study. Carbohydrate Polymers, 2022, 297, 119993. 5.1 7

10125 Large interfacial relocation in RBD-ACE2 complex may explain fast-spreading property of Omicron.
Journal of Molecular Structure, 2022, 1270, 133842. 1.8 0

10126 The fate of aggregated graphene oxide upon the increasing of pH: An experimental and molecular
dynamic study. Science of the Total Environment, 2022, 851, 157954. 3.9 2

10127

Superhydrophilicity of <mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
altimg="si22.svg"><mml:mrow><mml:mi>Î±</mml:mi></mml:mrow></mml:math>-alumina surfaces results
from tight binding of interfacial waters to specific aluminols. Journal of Colloid and Interface
Science, 2022, 628, 943-954.

5.0 7



548

Citation Report

# Article IF Citations

10128 Anomalous water transport in narrow-diameter carbon nanotubes. Proceedings of the National
Academy of Sciences of the United States of America, 2022, 119, . 3.3 4

10129 L-DOPA and Droxidopa: From Force Field Development to Molecular Docking into Human Î²2-Adrenergic
Receptor. Life, 2022, 12, 1393. 1.1 1

10130 Wettability of soft PLGA surfaces predicted by experimentally augmented atomistic models. MRS
Bulletin, 0, , . 1.7 3

10131
Effect of electric field intensity on electrophoretic migration and deformation of oil droplets in O/W
emulsion under DC electric field: A molecular dynamics study. Chemical Engineering Science, 2022,
262, 118034.

1.9 9

10132 Neutron scattering on an aqueous sodium chloride solution in the gigapascal pressure range. Journal
of Molecular Liquids, 2022, 365, 120181. 2.3 2

10133 A review of geopolymer and its adsorption capacity with molecular insights: A promising adsorbent of
heavy metal ions. Journal of Environmental Management, 2022, 322, 116066. 3.8 19

10134 Anomalously enhanced thermal performance of micro heat pipes coated with heterogeneous
superwettable graphene nanostructures. Applied Energy, 2022, 326, 119994. 5.1 4

10135 Water transport through a graphene channel with different cross-sectional shapes. Journal of
Molecular Liquids, 2022, 366, 120241. 2.3 1

10136

Unraveling the mechanism to form MoS<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" altimg="si94.svg" display="inline"
id="d1e451"><mml:msub><mml:mrow
/><mml:mrow><mml:mn>2</mml:mn></mml:mrow></mml:msub></mml:math> lubricant layers from
MoDTC by ab initio simulations. Applied Surface Science, 2022, 606, 154880.

3.1 1

10137 The physicochemical properties and contact angle of sodium dodecyl sulfate in waterâ€“acetone with
and without sodium nitrate (NaNO3). Journal of Molecular Liquids, 2022, 367, 120339. 2.3 14

10138
Surface-catalyzed hydrolysis by pyrogenic carbonaceous matter and model polymers: An experimental
and computational study on functional group and pore characteristics. Applied Catalysis B:
Environmental, 2022, 319, 121877.

10.8 1

10139 Controlling the condensation of vapor by electric field: A molecular dynamics simulation study.
Applied Surface Science, 2022, 605, 154805. 3.1 6

10140 Anisotropic protein-protein interactions in dilute and concentrated solutions. Journal of Colloid
and Interface Science, 2023, 629, 794-804. 5.0 0

10141 Promoting desalination performance of carbon nanotubes through cationic and anionic surface
modifications. Applied Surface Science, 2023, 607, 154971. 3.1 8

10142 Transport properties of mixtures of acid gases with aqueous monoethanolamine solutions: A
molecular dynamics study. Fluid Phase Equilibria, 2023, 564, 113587. 1.4 4

10143 Study on ionic association behavior in sodium nitrate solution. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2023, 285, 121888. 2.0 1

10144 Molecular dynamics. , 2023, , 431-443. 1

10145 Sorption in C-S-H at the Molecular Scale: Disjoining Pressure, Effective Interactions,Â Hysteresis, and
Cavitation. SSRN Electronic Journal, 0, , . 0.4 1



549

Citation Report

# Article IF Citations

10146 Nanoconfinement matters in humidified CO<sub>2</sub> interaction with metal silicates.
Environmental Science: Nano, 2022, 9, 3766-3779. 2.2 2

10147 Nanoscale gas accumulation at solidâ€“liquid interfaces: a molecular dynamics study. Physical
Chemistry Chemical Physics, 2022, 24, 22298-22308. 1.3 1

10148 A multiscale approach for electronic transport simulation of carbon nanostructures in aqueous
solvent. Physical Chemistry Chemical Physics, 0, , . 1.3 1

10149 EFFECTS OF TEMPERATURE ON THE INTERACTION OF WATER AND OIL COMPONENTS ON THE CARBONATED
PORE WALL: MOLECULAR DYNAMICS SIMULATION STUDY. Journal of Porous Media, 2022, 25, 83-107. 1.0 1

10150 Dielectric response of thin water films: a thermodynamic perspective. Chemical Science, 2022, 13,
9102-9111. 3.7 10

10151 Wettability of Siloxane Surfaces Assessed by Molecular Dynamics, Contact Angle Determination, and
X-Ray Photoelectron Spectroscopy. SSRN Electronic Journal, 0, , . 0.4 0

10152
Supercritical CO<sub>2</sub> assisted extraction of essential oil and naringin from <i>Citrus
grandis</i> peel: <i>in vitro</i> antimicrobial activity and docking study. RSC Advances, 2022, 12,
25962-25976.

1.7 2

10153 Optimizing Structure and Performance of Biomimetic Water Channels. SSRN Electronic Journal, 0, , . 0.4 0

10154 Effects of the structure of lipid-based agents in their complexation with a single stranded mRNA
fragment: a computational study. Soft Matter, 2022, 18, 6229-6245. 1.2 0

10155 Molecular insights into capacitive deionization mechanisms inside hydrophobic and hydrophilic
carbon nanotube channel electrodes. Journal of Materials Chemistry A, 2022, 10, 23332-23340. 5.2 3

10156
MOLECULAR DYNAMICS STUDY ON THE RELATIONSHIP BETWEEN DENSITY DEPLETION LENGTH AND
INTERFACIAL THERMAL RESISTANCE AT NANOSTRUCTURED SURFACES. Heat Transfer Research, 2023, 54,
77-92.

0.9 1

10157
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. Chemical
Physics, 2023, 564, 111725.

0.9 4

10158 Diffusion coefficient of ions through graphene nanopores. AIP Advances, 2022, 12, . 0.6 5

10159 Effect of interfacial vibrational coupling on surface wettability and water transport. Physical Review
E, 2022, 106, . 0.8 5

10160 Exploring the Mechanism of Ionic Liquids to Improve the Extraction Efficiency of Essential Oils Based
on Density Functional Theory and Molecular Dynamics Simulation. Molecules, 2022, 27, 5515. 1.7 3

10161 Influence of Surfactants on Hydrocarbon Mobility in Narrow Pores in the Presence of Water. Colloid
Journal, 2022, 84, 477-484. 0.5 0

10163 Effects of preheating temperatures on <i>Î²</i>â€•lactoglobulin structure and binding interaction with
dihydromyricetin. EFood, 2022, 3, . 1.7 2

10164 Edge-Driven Phase Transitions in 2D Ice. Journal of Physical Chemistry C, 2022, 126, 16006-16015. 1.5 5



550

Citation Report

# Article IF Citations

10165
Comprehensive evaluation of end-point free energy techniques in carboxylated-pillar[6]arene
hostâ€“guest binding: I. Standard procedure. Journal of Computer-Aided Molecular Design, 2022, 36,
735-752.

1.3 7

10166 Xponge: A Python package to perform pre- and post-processing of molecular simulations. Journal of
Open Source Software, 2022, 7, 4467. 2.0 0

10167 Identification of Potential New Aedes aegypti Juvenile Hormone Inhibitors from N-Acyl Piperidine
Derivatives: A Bioinformatics Approach. International Journal of Molecular Sciences, 2022, 23, 9927. 1.8 7

10168 Molecular Dynamics Simulations of the Interactions between a Hydrolyzed Polyacrylamide with the
Face and Edge Surfaces of Molybdenite. Polymers, 2022, 14, 3680. 2.0 0

10169
Obtaining Consistent Free Energies for Ion Binding at Surfaces from Solution: Pathways versus
Alchemy for Determining Kink Site Stability. Journal of Chemical Theory and Computation, 2022, 18,
5901-5919.

2.3 6

10170 Temperature Effect on Water Adsorption and Desorption Processes in the Mesoporous
Metalâ€“Organic Framework MIL-101(Cr). Journal of Physical Chemistry C, 2022, 126, 15538-15546. 1.5 5

10171
Drug repurposing and sequence analysis in S-glycoprotein variants reveals critical signature patterns
and destabilization of receptor-binding domain in omicron variant. Journal of Biomolecular
Structure and Dynamics, 2023, 41, 7931-7948.

2.0 0

10172 QuasAr Odyssey: the origin of fluorescence and its voltage sensitivity in microbial rhodopsins.
Nature Communications, 2022, 13, . 5.8 13

10173 A theory for the stabilization of polar crystal surfaces by a liquid environment. Journal of Chemical
Physics, 2022, 157, . 1.2 2

10174 Understanding the Chemical Shifts of Aqueous Electrolyte Species Adsorbed in Carbon Nanopores.
Journal of Physical Chemistry Letters, 2022, 13, 8953-8962. 2.1 1

10175 Tuning Interfacial Concentration Enhancement through Dispersion Interactions to Facilitate
Heterogeneous Nucleation. Journal of Physical Chemistry C, 2022, 126, 16387-16400. 1.5 0

10176
Effect of Tacticity and Degree of Sulfonation of Polystyrene Sulfonate on Calcium-Binding Behavior
in the Presence of Dodecyl Sulfate. Industrial &amp; Engineering Chemistry Research, 2022, 61,
13442-13452.

1.8 3

10177 Interaction of miR-155 with Human Serum Albumin: An Atomic Force Spectroscopy, Fluorescence, FRET,
and Computational Modelling Evidence. International Journal of Molecular Sciences, 2022, 23, 10728. 1.8 5

10179 MISPR: an open-source package for high-throughput multiscale molecular simulations. Scientific
Reports, 2022, 12, . 1.6 5

10180 A drug repurposing endeavor to discover a multi-targeting ligand against RhlR and LasR proteins from
opportunistic human pathogen Pseudomonas aeruginosa. Journal of Molecular Modeling, 2022, 28, . 0.8 0

10181 A Molecular Dynamics Simulation of Polymersâ€™ Interactions with Kaolinite (010) Surfaces in Saline
Solutions. Polymers, 2022, 14, 3851. 2.0 2

10182 Thinâ€•plate superstructures of the immunogenic 33â€•mer gliadin peptide. ChemBioChem, 0, , . 1.3 2

10183 Novel Calcium-Binding Ablating Mutations Induce Constitutive RET Activity and Drive Tumorigenesis.
Cancer Research, 2022, 82, 3751-3762. 0.4 0



551

Citation Report

# Article IF Citations

10184 Ultrafast nano generation of acoustic waves in water via a single carbon nanotube. Photoacoustics,
2022, 28, 100407. 4.4 8

10185 Hygroscopic protic ionic liquids as electrolytes for electric double layer capacitors. Energy Storage
Materials, 2022, 53, 744-753. 9.5 10

10186 Water uptake by gecko Î²-keratin and the influence of relative humidity on its mechanical and
volumetric properties. Journal of the Royal Society Interface, 2022, 19, . 1.5 5

10187 Assessing the effect of forcefield parameter sets on the accuracy of relative binding free energy
calculations. Frontiers in Molecular Biosciences, 0, 9, . 1.6 5

10188 Design, construction and in vivo functional assessment of a hinge truncated sFLT01. Gene Therapy, 0, , . 2.3 0

10189
Probing Factor Xa Proteinâ€“Ligand Interactions: Accurate Free Energy Calculations and Experimental
Validations of Two Series of High-Affinity Ligands. Journal of Medicinal Chemistry, 2022, 65,
13013-13028.

2.9 1

10190 New insights into adsorption structure and hydration of polymer at oil-water interface obtained by
molecular dynamics simulations: Isotactic poly(methacrylic acid). Polymer, 2022, 260, 125378. 1.8 8

10191 Calciteâ€“Brine Interface and Its Implications in Oilfield Applications: Insights from Zeta Potential
Experiments and Molecular Dynamics Simulations. Energy &amp; Fuels, 2022, 36, 11950-11961. 2.5 11

10192 Connecting Non-Gaussian Water Density Fluctuations to the Lengthscale Dependent Crossover in
Hydrophobic Hydration. Journal of Physical Chemistry B, 2022, 126, 7604-7614. 1.2 4

10193 Unconventional interfacial water structure of highly concentrated aqueous electrolytes at negative
electrode polarizations. Nature Communications, 2022, 13, . 5.8 27

10194 Self-Assembly and Micellar Transition in CTAB Solutions Triggered by 1-Octanol. Journal of Physical
Chemistry B, 2022, 126, 8102-8111. 1.2 3

10195 The Effect of Surface Composition on the Selective Capture of Atmospheric CO<sub>2</sub> by ZIF
Nanoparticles: The Case of ZIF-8. Journal of Chemical Information and Modeling, 2022, 62, 6530-6543. 2.5 7

10197 Confinement Effects on Distribution and Transport of Neutral Solutes in a Small Hydrophobic
Nanopore. Journal of Physical Chemistry B, 2022, 126, 7781-7795. 1.2 5

10198 Martini 3 model of surface modified cellulose nanocrystals: investigation of aqueous colloidal
stability. Cellulose, 2022, 29, 9493-9509. 2.4 3

10199 A Study of Temperature Effects on Cisplatin Capsulation Process in Various Zeolitic Imidazolate
Frameworks: Molecular Dynamics Simulation. ChemistrySelect, 2022, 7, . 0.7 0

10200 Computing contact angles for oilâ€“waterâ€“rock systems via thermodynamic integration. Journal of
Chemical Physics, 2022, 157, . 1.2 2

10201 Probabilistic Interpretation of NMR <i>J</i>-Couplings Determines BIâ€“BII State Equilibria in DNA.
Journal of Chemical Theory and Computation, 2022, 18, 6989-6999. 2.3 2

10202 Hydrogen Bond Thermodynamics in Aqueous Acid Solutions: A Combined DFT and Classical Force-Field
Approach. Journal of Physical Chemistry A, 2022, 126, 7382-7398. 1.1 5



552

Citation Report

# Article IF Citations

10203 Solvent effects in fourâ€•component relativistic electronic structure theory based on the reference
interactionâ€•site model. Journal of Computational Chemistry, 2023, 44, 5-14. 1.5 2

10204 Molecular Mechanisms of Phosphoester Bond Formation in Water Using Tight-Binding Ab Initio
Molecular Dynamics. Journal of Physical Chemistry B, 2022, 126, 8251-8265. 1.2 0

10205
A journey into the local structural order of liquid water: from the insights earned by
geometrically-inspired descriptors to the development of a brand new energy-based indicator.
European Physical Journal Plus, 2022, 137, .

1.2 5

10206 Interlayer adsorption of cationic dye on cationic surfactant-modified and unmodified
montmorillonite. Journal of Hazardous Materials, 2023, 442, 130107. 6.5 38

10207 Regulating evaporation of a water nanofilm by applying a terahertz alternating electric field. Journal
of Chemical Physics, 2022, 157, . 1.2 2

10208 Mobility of Dissolved Gases in Smectites under Saturated Conditions: Effects of Pore Size, Gas Types,
Temperature, and Surface Interaction. Journal of Physical Chemistry C, 2022, 126, 17441-17455. 1.5 3

10209 Electrolyte adsorption in graphene and hexagonal boron nitride nanochannels. Journal of Molecular
Liquids, 2022, 367, 120474. 2.3 3

10210 Microstructures of hydrophobic ionic liquids via tuning water networks: Theoretical and
experimental investigations. Journal of Molecular Liquids, 2022, 367, 120483. 2.3 0

10211
Molecular simulation of the structural and thermodynamic properties of n-alkane/brine interfacial
systems with nonionic surfactants. Colloids and Surfaces A: Physicochemical and Engineering
Aspects, 2022, 655, 130301.

2.3 2

10212 Molecular dynamics simulations of LiCl ion pairs in high temperature aqueous solutions by deep
learning potential. Journal of Molecular Liquids, 2022, 367, 120500. 2.3 6

10213 The influence of saturation on the surface structure of mixed fatty acid-on-water aerosol: a
molecular dynamics study. Environmental Science Atmospheres, 0, , . 0.9 1

10214 Biological effect of black phosphorus nanosheets on the interaction between SARS-CoV-2 S protein
and ACE2. Physical Chemistry Chemical Physics, 2022, 24, 27388-27393. 1.3 1

10215 Recent advances in solvation modeling applications: Chemical properties, reaction mechanisms and
catalysis. Annual Reports in Computational Chemistry, 2022, , 53-121. 0.9 1

10216 Graphene oxide membranes with a confined mass transfer effect for Li<sup>+</sup>/Mg<sup>2+</sup>
separation: a molecular dynamics study. Physical Chemistry Chemical Physics, 2022, 24, 26011-26022. 1.3 10

10217 Modified Molecular Model for the Description of Condensed Phases of Heavy Water. JETP Letters,
2022, 116, 319-322. 0.4 2

10218 Molecular insight into interfacial tension modulated by mixed cationic and anionic surfactants.
Petroleum Science and Technology, 2024, 42, 672-688. 0.7 0

10219 Atomistic-Scale Energetic Heterogeneity on a Membrane Surface. Membranes, 2022, 12, 977. 1.4 2

10220 Discovery of New Zika Protease and Polymerase Inhibitors through the Open Science Collaboration
Project OpenZika. Journal of Chemical Information and Modeling, 2022, 62, 6825-6843. 2.5 5



553

Citation Report

# Article IF Citations

10221 Ultrafast Relaxation Dynamics of Conjugated Polymer Nanoparticles by Tuning Their Interchain
Interactions. Journal of Physical Chemistry C, 2022, 126, 18177-18187. 1.5 3

10222 Salt Effect on Donnan Equilibrium in Montmorillonite Demonstrated with Molecular Dynamics
Simulations. Journal of Physical Chemistry B, 2022, 126, 8873-8881. 1.2 1

10223 Cation hydration by confined water and framework-atoms have crucial role on thermodynamics of
clay swellï»¿ing. Scientific Reports, 2022, 12, . 1.6 6

10224 Water transport behaviors in a CTT-type nanotube system. Microfluidics and Nanofluidics, 2022, 26, . 1.0 3

10225
Tacticity and Ionization Effects on Adsorption Behavior of Poly(acrylic acid) and Poly(methacrylic) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 587 Td (acid) at the CCl<sub>4</sub>â€“H<sub>2</sub>O Interface Revealed by MD Simulations. Industrial &amp;

Engineering Chemistry Research, 2022, 61, 16500-16516.
1.8 4

10226 Analysis of the Selective Flotation of Elemental Gold from Pyrite Using Diisobutyl
Monothiophosphate. Minerals (Basel, Switzerland), 2022, 12, 1310. 0.8 4

10227 Molecular Dynamics Simulation Reveals a Change in the Structure of Liquid Water Near 150Â Â°C, which
May Explain Apparent Anomalies in High-Temperature Water Radiolysis. Chemistry Africa, 0, , . 1.2 0

10228 Conformational Heterogeneity and Frustration of the Tumor Suppressor p53 as Tuned by Punctual
Mutations. International Journal of Molecular Sciences, 2022, 23, 12636. 1.8 0

10229 Cluster Analysis in Liquids: A Novel Tool in TRAVIS. Journal of Chemical Information and Modeling,
2022, 62, 5634-5644. 2.5 6

10230 <i>Ab Initio</i> Molecular Dynamics Simulation of Water Transport through Short Carbon
Nanotubes. ACS Omega, 2022, 7, 40466-40479. 1.6 5

10231 How Does Gecko Keratin Stick to Hydrophilic and Hydrophobic Surfaces in the Presence and Absence
of Water? An Atomistic Molecular Dynamics Investigation. ACS Nano, 2022, 16, 19261-19270. 7.3 5

10232 Resolving the microscopic hydrodynamics at the moving contact line. Physical Review Fluids, 2022, 7, . 1.0 4

10233 Potential of Mean Force for Faceâ€“Face Interactions between Pairs of 2:1 Clay Mineral Platelets.
Langmuir, 2022, 38, 13065-13074. 1.6 6

10234 Polymeric membranes with aligned zeolite nanosheets for sustainable energy storage. Nature
Sustainability, 2022, 5, 1080-1091. 11.5 33

10235 Direct Observation of Contact Ion-Pair Formation in La<sup>3+</sup> Methanol Solution. Inorganic
Chemistry, 2022, 61, 17313-17321. 1.9 4

10236 Anisotropic Microgels by Supramolecular Assembly and Precipitation Polymerization of
Pyrazoleâ€•Modified Monomers. Advanced Science, 2022, 9, . 5.6 4

10237 Self-Assembly of a Graphene Oxide Liquid Crystal for Water Treatment. ACS Applied Materials &amp;
Interfaces, 2022, 14, 47549-47559. 4.0 1

10238
In silico analyses of betulin: DFT studies, corrosion inhibition properties, ADMET prediction, and
molecular docking with a series of SARS-CoV-2 and monkeypox proteins. Structural Chemistry, 2023,
34, 1545-1556.

1.0 15



554

Citation Report

# Article IF Citations

10239 Inhibitory Effect of Coumarins and Isocoumarins Isolated from the Stems and Branches of Acer mono
Maxim. against Escherichia coliÂ Î²-Glucuronidase. Applied Sciences (Switzerland), 2022, 12, 10685. 1.3 5

10240 Molecular dynamics investigation of the thermal behaviors of magnesium oxide ceramics at different
pressures and temperatures. Journal of Molecular Modeling, 2022, 28, . 0.8 0

10241 Resonance-Induced Reduction of Interfacial Tension of Waterâ€“Methane and Improvement of Methane
Solubility in Water. Langmuir, 2022, 38, 13594-13601. 1.6 4

10242 Nature of Cations Critically Affects Water at the Negatively Charged Silica Interface. Journal of the
American Chemical Society, 2022, 144, 19726-19738. 6.6 18

10243 Chemical transformations and transport phenomena at interfaces. Wiley Interdisciplinary Reviews:
Computational Molecular Science, 2023, 13, . 6.2 5

10244
Adsorption of ammonium ions onto the external surface of smectite: Effects of layer charge,
concentration, anion and comparison with interlayer adsorption. Applied Clay Science, 2022, 230,
106716.

2.6 4

10245 Residence Times from Molecular Dynamics Simulations. Journal of Physical Chemistry B, 2022, 126,
8804-8812. 1.2 3

10246 Non-covalent cyclic peptides simultaneously targeting Mpro and NRP1 are highly effective against
Omicron BA.2.75. Frontiers in Pharmacology, 0, 13, . 1.6 5

10247 Hydration Structure of Na<sup>+</sup> and K<sup>+</sup> Ions in Solution Predicted by Data-Driven
Many-Body Potentials. Journal of Physical Chemistry B, 2022, 126, 9349-9360. 1.2 10

10248 <b>E</b><b>thanol Exchange between Two Graphene Surfaces in Nanoconfined Aqueous Solution:
Rate and Mechanism</b>. Journal of Chemical Physics, 0, , . 1.2 0

10249 Prediction of surface excess adsorption and retention factors in reversed-phase liquid
chromatography from molecular dynamics simulations. Journal of Chromatography A, 2022, , 463627. 1.8 4

10250 Adaptive response mechanisms of granular and flocculent sulfate-reducing sludge toward acidic
multiâ€“metalâ€“laden wastewater. Water Research, 2022, 226, 119227. 5.3 4

10251 Hydration Structures on Î³-Alumina Surfaces With and Without Electrolytes Probed by Atomistic
Molecular Dynamics Simulations. Journal of Physical Chemistry B, 2022, 126, 9105-9122. 1.2 4

10252 Mechanism and thermodynamics of adsorption of diclofenac on graphene-based nanomaterials.
Journal of Environmental Chemical Engineering, 2022, 10, 108789. 3.3 13

10253
Local nanoflow field produced by the bladed rotor in a rotation transmission nanosystem in water
environments. Materials Science and Engineering B: Solid-State Materials for Advanced Technology,
2022, 286, 116046.

1.7 0

10254 Supercritical water at the magnetite (001) surface and in nano-channels. Journal of Supercritical
Fluids, 2022, 191, 105779. 1.6 0

10255 Revealing the influence of porosity and temperature on transport properties of nanobubble solution
with molecular dynamics simulations. Journal of Molecular Liquids, 2022, 367, 120518. 2.3 3

10256 Assessing nanoparticle-surfactant-salt synergistic effects on dropletâ€“droplet electrocoalescence by
molecular dynamics simulations. Journal of Molecular Liquids, 2022, 367, 120570. 2.3 12



555

Citation Report

# Article IF Citations

10257 Electro-osmotic drag coefficient of Nafion membrane with low water Content for Proton exchange
membrane fuel cells. Energy Reports, 2022, 8, 598-612. 2.5 2

10258 A Riemannian stochastic representation for quantifying model uncertainties in molecular dynamics
simulations. Computer Methods in Applied Mechanics and Engineering, 2023, 403, 115702. 3.4 2

10259 Removal of methanol from water by capacitive deionization system combined with functional
nanoporous graphene membrane. Chemosphere, 2023, 311, 137011. 4.2 2

10260 Deciphering the electronic-level mechanism of Na+ transport in a graphdiyne desalination membrane
with periodic nanopores. Desalination, 2023, 546, 116183. 4.0 6

10261 New family of Type V eutectic solvents based on 1,10-phenanthroline and their application in metal
extraction. Hydrometallurgy, 2023, 215, 105971. 1.8 3

10262 Molecular modeling of thin-film nanocomposite membranes for reverse osmosis water desalination.
Physical Chemistry Chemical Physics, 2022, 24, 29298-29327. 1.3 4

10263 Surface-chemistry-driven water dissociation on cobalt-based graphene hybrid from molecular
dynamics simulations. Physical Chemistry Chemical Physics, 0, , . 1.3 0

10264
New insights into enhanced electrochemical advanced oxidation mechanism of B-doped graphene
aerogel: Experiments, molecular dynamics simulations and DFT. Journal of Hazardous Materials, 2023,
443, 130331.

6.5 2

10265 Biopolymer recovery from waste activated sludge toward self-healing mortar crack. Science of the
Total Environment, 2023, 858, 160107. 3.9 3

10266 Molecular dynamics simulation on liquid nanofilm boiling over vibrating surface. International
Journal of Heat and Mass Transfer, 2023, 201, 123617. 2.5 1

10267 The packing parameter of bare surfactant does not necessarily indicate morphological changes.
Journal of Colloid and Interface Science, 2023, 631, 17-21. 5.0 2

10268 Short Pyridine-Furan Springs Exhibit Bistable Dynamics of Duffing Oscillators. , 0, , . 2

10269 Relaxation, temporal diffusion, and polarity of aromatic hydrocarbons in ionic liquid. Applied
Nanoscience (Switzerland), 0, , . 1.6 0

10270 Martini 3 Coarse-Grained Force Field for Carbohydrates. Journal of Chemical Theory and Computation,
2022, 18, 7555-7569. 2.3 25

10271 Molecular Dynamics Methods for Antibody Design. Methods in Molecular Biology, 2023, , 109-124. 0.4 3

10272 On the Choice of Different Water Model in Molecular Dynamics Simulations of Nanopore Transport
Phenomena. Membranes, 2022, 12, 1109. 1.4 0

10273
Separation of Lactic Acid Based on Amide-Based Hydrophobic Deep Eutectic Solvents: Insights from
Experiments and Molecular Dynamics Simulations. ACS Sustainable Chemistry and Engineering, 2022,
10, 15589-15598.

3.2 9

10274 MD simulations explain the excess molar enthalpies in pseudo-binary mixtures of a choline
chloride-based deep eutectic solvent with water or methanol. Frontiers in Chemistry, 0, 10, . 1.8 1



556

Citation Report

# Article IF Citations

10275 Interface Reversible Electric Field Regulated by Amphoteric Charged Protein-Based Coating Toward
High-Rate and Robust Zn Anode. Nano-Micro Letters, 2022, 14, . 14.4 25

10276 A transferrable range-separated force field for water: Combining the power of both
physically-motivated models and machine learning techniques. Journal of Chemical Physics, 2022, 157, . 1.2 6

10277 Design of novel disturbing peptides against ACE2 SARS-CoV-2 spike-binding region by computational
approaches. Frontiers in Pharmacology, 0, 13, . 1.6 2

10278 Binary Salt Structure Classification with Convolutional Neural Networks:Application to Crystal
Nucleation and Melting Point Calculations. Journal of Chemical Physics, 0, , . 1.2 0

10279 Modulating water cluster formation by the hydrophilicity of mixed ionic liquids. Journal of
Molecular Liquids, 2022, 368, 120766. 2.3 1

10280 Dynamic Dissociation Behaviors of sII Hydrates in Liquid Water by Heating: A Molecular Dynamics
Simulation Approach. ACS Omega, 2022, 7, 42774-42782. 1.6 1

10281 Stability and Metastability of Liquid Water in a Machine-Learned Coarse-Grained Model with
Short-Range Interactions. Journal of Physical Chemistry B, 0, , . 1.2 8

10282 Solubility of CO<sub>2</sub> in Aqueous Formic Acid Solutions and the Effect of NaCl Addition: A
Molecular Simulation Study. Journal of Physical Chemistry C, 2022, 126, 19424-19434. 1.5 6

10283 Flexible Polarizable Water Model Parameterized via Gaussian Process Regression. Journal of Chemical
Theory and Computation, 2022, 18, 7155-7165. 2.3 1

10284 Effect of hydrophobic groups on adsorption of arginine-based amino acids to solid surfaces in water.
Structural Chemistry, 0, , . 1.0 0

10285 Wettability of siloxane surfaces assessed by molecular dynamics, contact angle determination, and
X-ray photoelectron spectroscopy. Applied Surface Science, 2023, 611, 155680. 3.1 6

10286
Comprehensive evaluation of end-point free energy techniques in carboxylated-pillar[6]arene
hostâ€“guest binding: II. regression and dielectric constant. Journal of Computer-Aided Molecular
Design, 2022, 36, 879-894.

1.3 7

10287 Polarizable Force Field for Acetonitrile Based on the Single-Center Multipole Expansion. Journal of
Physical Chemistry B, 2022, 126, 9339-9348. 1.2 0

10288
Conformational Heterogeneity of RNA Stem-Loop Hairpins Bound to FUS-RNA Recognition Motif with
Disordered RGG Tail Revealed by Unbiased Molecular Dynamics Simulations. Journal of Physical
Chemistry B, 2022, 126, 9207-9221.

1.2 7

10289 Isotope effects observed in diluted D2O/H2O mixtures identify HOD-induced low-density structures in
D2O but not H2O. Scientific Reports, 2022, 12, . 1.6 4

10290 On the influence of increasing the concentration of Au144(SRCOO1-)60 nanoparticles in water/Na1+
solution using molecular dynamics simulations. Journal of Molecular Liquids, 2022, 368, 120776. 2.3 0

10291 Comparison of molecular dynamics simulations of water with neutron and X-ray scattering
experiments. EPJ Web of Conferences, 2022, 272, 01015. 0.1 1

10292 Understanding the Hydration Thermodynamics of Cationic Quaternary Ammonium and Charge-Neutral
Amine Surfactants. Journal of Physical Chemistry B, 2022, 126, 9810-9820. 1.2 1



557

Citation Report

# Article IF Citations

10293
Nucleation Rate Theory for Coordination Number: Elucidating Water-Mediated Formation of a Zigzag
Na<sub>2</sub>SO<sub>4</sub> Morphology. ACS Applied Materials &amp; Interfaces, 2022, 14,
53213-53227.

4.0 0

10294 Capturing the Polarization Response of Solvated Proteins under Constant Electric Fields in
Molecular Dynamics Simulations. ChemPhysChem, 2023, 24, . 1.0 1

10295 Novel Ascorbic Acid Co-Crystal Formulations for Improved Stability. Molecules, 2022, 27, 7998. 1.7 3

10296 Molecular Dynamics Model to Explore the Initial Stages of Anion Exchange involving Layered Double
Hydroxide Particles. Nanomaterials, 2022, 12, 4039. 1.9 1

10297 The effect of temperature and external force on the thermal behavior of oil-based refrigerant inside a
nanochannel using molecular dynamics simulation. Journal of Molecular Liquids, 2023, 369, 120893. 2.3 6

10298 Self-flooding behaviors on the fuel cell catalyst surface: an <i>in situ</i> mechanism investigation.
Energy and Environmental Science, 2023, 16, 491-501. 15.6 3

10299 Revisiting the modeling of quasielastic neutron scattering from bulk water. EPJ Web of Conferences,
2022, 272, 01012. 0.1 2

10300 Simulating diffraction photographs based on molecular dynamics trajectories of a protein crystal: a
new option to examine structure-solving strategies in protein crystallography. IUCrJ, 2023, 10, 16-26. 1.0 3

10301 Optimizing the structure and performance of biomimetic water channels. Molecular Systems Design
and Engineering, 0, , . 1.7 2

10302 Evolutionary and structural aspects of Solanaceae RNases T2. Genetics and Molecular Biology, 2023,
46, . 0.6 1

10303 Aromatic ring flips in differently packed ubiquitin protein crystals from MAS NMR and MD. Journal of
Structural Biology: X, 2023, 7, 100079. 0.7 5

10304 Separation of SiO2 nanoparticles from H2O vapour using graphene nano-pores in the presence of an
external electric field: A molecular dynamics approach. Carbon, 2023, 203, 490-497. 5.4 0

10305 Protein hydration water: Focus on low density and high density local structures upon cooling.
Journal of Molecular Liquids, 2023, 370, 120962. 2.3 3

10306 Effect of a palladium catalyst and initial pressure on methane-air catalytic combustion process in a
helical coil microchannel: A molecular dynamics approach. Molecular Catalysis, 2023, 535, 112868. 1.0 0

10307 Determination of thermal conductivities in liquids by identifying heat transport in nonequilibrium
MD simulations. Journal of Molecular Liquids, 2023, 370, 120916. 2.3 1

10308 On the not so anomalous water-induced structural transformations of choline chlorideâ€“urea
(reline) deep eutectic system. Physical Chemistry Chemical Physics, 2022, 25, 439-454. 1.3 4

10309 Non-disruptive mixing of cyclodextrins and wormlike micelles in the non-dilute regime. Journal of
Molecular Liquids, 2023, 369, 120844. 2.3 3

10310 Effect of hydrated shell layers on surface tension of electrolyte solutions: Insights from
interpretable machine learning. Journal of Molecular Liquids, 2023, 369, 120887. 2.3 0



558

Citation Report

# Article IF Citations

10311 Volumetric, UVâ€“Visible, and computational analysis of molecular interactions between L-ascorbic
acid and L-histidine in aqueous solutions. Journal of Molecular Liquids, 2023, 370, 120839. 2.3 1

10312 Novel biosurfactants: Rationally designed surface-active peptides and in silico evaluation at the
decane-water interface. Process Biochemistry, 2023, 125, 84-95. 1.8 1

10313 Thermal diffusion of ionic species in charged nanochannels. Nanoscale, 2022, 15, 215-229. 2.8 5

10314 Molecular dynamics simulations and X-ray scattering show the Îº-carrageenan disorder-to-order
transition to be the formation of double-helices. Carbohydrate Polymers, 2023, 302, 120417. 5.1 6

10315
Investigating the effect of wall temperature on the thermal performance of NH3 in the presence of
suspended roughness in the 2D and 3D nanochannels: A molecular dynamics study. Engineering
Analysis With Boundary Elements, 2023, 146, 859-868.

2.0 1

10316 Behavior of the aqueous sodium chloride solutions from molecular simulations and theories.
Journal of Molecular Liquids, 2023, 371, 121086. 2.3 1

10317 Molecular dynamics of electric-field driven ionic systems using a universal neural-network potential.
Computational Materials Science, 2023, 218, 111955. 1.4 2

10318 Sorption in C-S-H at the molecular level: Disjoining pressures, effective interactions, hysteresis, and
cavitation. Cement and Concrete Research, 2023, 164, 107047. 4.6 4

10319 Interaction of Three-Pole ions of carnosine and anserine with an anionic micelle of SDS: Molecular
dynamics simulations. Journal of Molecular Liquids, 2023, 371, 121112. 2.3 1

10320 Molecular-level insights into pH regulation of cation adsorption and exchange at clay particle edges.
Applied Clay Science, 2023, 232, 106789. 2.6 3

10321 Depression mechanisms of sodium humate and 3-mercaptopropionic acid on pyrite in fine coal
flotation. Applied Surface Science, 2023, 613, 156151. 3.1 6

10322
Low-frequency spectra of reline and its mixtures with water: A comparative study based on
femtosecond Raman-induced Kerr effect spectroscopy and molecular dynamics simulations. Journal of
Photochemistry and Photobiology A: Chemistry, 2023, 437, 114504.

2.0 4

10323 Machine learning enabled quantification of the hydrogen bonds inside the polyelectrolyte brush
layer probed using all-atom molecular dynamics simulations. Soft Matter, 2022, 18, 8945-8951. 1.2 2

10324
Solvent effects on catechol's binding affinity: investigating the role of the intra-molecular hydrogen
bond through a multi-level computational approach. Physical Chemistry Chemical Physics, 2023, 25,
2523-2536.

1.3 1

10325 Facet Selectivity of Cetyltrimethyl Ammonium Bromide Surfactants on Gold Nanoparticles Studied
Using Molecular Simulations. Journal of Physical Chemistry B, 2022, 126, 10249-10255. 1.2 3

10326
Densities, Viscosities, Thermal Expansivities, and Isothermal Compressibilities of Carbonated
Hydroalcoholic Solutions for Applications in Sparkling Beverages. Journal of Physical Chemistry B,
2022, 126, 10194-10205.

1.2 1

10327 Spontaneous binding of single-stranded RNAs to RRM proteins visualized by unbiased atomistic
simulations with aÂ rescaled RNA force field. Nucleic Acids Research, 2022, 50, 12480-12496. 6.5 6

10329 Computational Predictions of the Hydrolysis of 2,4,6-Trinitrotoluene (TNT) and 2,4-Dinitroanisole
(DNAN). Journal of Physical Chemistry A, 2022, 126, 9059-9075. 1.1 4



559

Citation Report

# Article IF Citations

10330 Polycations inclusion to simultaneously boost permeation and selectivity of two-dimensional TaS2
membranes for acid recovery. Separation and Purification Technology, 2023, 309, 122759. 3.9 2

10331 A scheme for rapid evaluation of the intermolecular threeâ€•body polarization effect in water clusters.
Journal of Computational Chemistry, 0, , . 1.5 3

10332 Antifouling graphene oxide membranes for oil-water separation via hydrophobic chain engineering.
Nature Communications, 2022, 13, . 5.8 62

10333 Hydration Structures and Dynamics of the Sodium Fluoride Aqueous Solutions at Various
Temperatures: Molecular Dynamics Simulations. Journal of Solution Chemistry, 2023, 52, 176-186. 0.6 1

10334 Monte Carlo Simulation of NaClâ€“H<sub>2</sub>O Phase Equilibria: Comparison of Classical Force
Fields. Journal of Chemical &amp; Engineering Data, 2022, 67, 3661-3671. 1.0 3

10335
Multiscale evolution mechanism of sandstone under wet-dry cycles of deionized water: From
molecular scale to macroscopic scale. Journal of Rock Mechanics and Geotechnical Engineering, 2023,
15, 1171-1185.

3.7 6

10336 Folding Dynamics of 3,4,3-LI(1,2-HOPO) in Its Free and Bound State with U4+ Implicated by MD
Simulations. Molecules, 2022, 27, 8151. 1.7 1

10337 Adaptive insertion of a hydrophobic anchor into a poly(ethylene glycol) host for programmable
surface functionalization. Nature Chemistry, 2023, 15, 240-247. 6.6 15

10338 Interaction between Hydrated Smectite Clay Particles as a Function of Salinity (0â€“1 M) and Counterion
Type (Na, K, Ca). Journal of Physical Chemistry C, 2022, 126, 20990-20997. 1.5 3

10339 Bidirectional Transport Phenomenon of Ions in Electric Fields Due to the Cluster Formation in
Two-Dimensional Graphene Channels. Journal of Physical Chemistry C, 2023, 127, 1167-1175. 1.5 3

10340 Vibrational Sum Frequency Generation Spectra of Waterâ€•Vapor Interfaces Covered by Alcohols: Effects
of Surface Coverage and Coupling between Oscillators. ChemPhysChem, 0, , . 1.0 0

10341 PB <sup>3</sup> Opt: Profileâ€•based biased Bayesian optimization to select computing clusters on the
cloud. Concurrency Computation Practice and Experience, 0, , . 1.4 0

10342
Multiscale Modeling of PhosphateÂ·Â·Â·Ï€ Contacts in RNA U-Turns Exposes Differences between
Quantum-Chemical and AMBER Force Field Descriptions. Journal of Chemical Information and
Modeling, 2022, 62, 6182-6200.

2.5 1

10343 Synthesis and evaluation of small organic molecule as reactivator of organophosphorus inhibited
acetylcholinesterase. Drug and Chemical Toxicology, 2024, 47, 26-41. 1.2 1

10344
Fouling characteristics of microcrystalline cellulose during cross-flow microfiltration: Insights
from fluid dynamic gauging and molecular dynamics simulations. Journal of Membrane Science, 2023,
669, 121272.

4.1 3

10345 A Density Functional Theory and Molecular Dynamics Study of Antifolate Molecules under
Physiological Conditions. ChemistrySelect, 2022, 7, . 0.7 0

10346 Specific Ion and Electric Field Controlled Diverse Ion Distribution and Electroosmotic Transport in a
Polyelectrolyte Brush Grafted Nanochannel. Journal of Physical Chemistry B, 2022, 126, 10543-10553. 1.2 3

10347 Pair-Reaction Dynamics in Water: Competition of Memory, Potential Shape, and Inertial Effects. Journal
of Physical Chemistry B, 2022, 126, 10295-10304. 1.2 3



560

Citation Report

# Article IF Citations

10348 Effect of the Thermal Fluctuations of the Photophysics of GC and CG DNA Steps: A Computational
Dynamical Study. Journal of Physical Chemistry B, 2022, 126, 10608-10621. 1.2 6

10349 Understanding dynamics in coarse-grained models. I. Universal excess entropy scaling relationship.
Journal of Chemical Physics, 2023, 158, . 1.2 17

10350 Predicting solubility and driving forces for crystallization using the absolute chemical potential
route. Molecular Physics, 0, , . 0.8 1

10351 Nanoscale mechanism on lime stabilization of expansive soil. Acta Geotechnica, 0, , . 2.9 6

10352 Solvation Structure and Ionâ€“Solvent Hydrogen Bonding of Hydrated Fluoride, Chloride and
Bromideâ€”A Comparative QM/MM MD Simulation Study. Liquids, 2022, 2, 445-464. 0.8 1

10353
Gene expression, molecular docking, and molecular dynamics studies to identify potential antifungal
compounds targeting virulence proteins/genes VelB and THR as possible drug targets against
Curvularia lunata. Frontiers in Molecular Biosciences, 0, 9, .

1.6 3

10354 Electrokinetic, electrochemical, and electrostatic surface potentials of the pristine water
liquidâ€“vapor interface. Journal of Chemical Physics, 2022, 157, . 1.2 7

10355 Conformation and energy investigation of microtubule longitudinal dynamic instability induced by
natural products. Chemical Biology and Drug Design, 0, , . 1.5 0

10356 Development of Nonlocal Kinetic-Energy Density Functional for the Hybrid QM/MM Interaction.
Journal of Chemical Physics, 0, , . 1.2 2

10357 Interfacial role of Ionic liquids in CO2 electrocatalytic Reduction: A mechanistic investigation.
Chemical Engineering Journal, 2023, 457, 141076. 6.6 1

10358 Unveiling the Effects of Solvent Polarity within Graphene Based Electric Double-Layer Capacitors.
Energies, 2022, 15, 9487. 1.6 3

10359 Mobile-Phase Contributions to Organic-Solvent Excess Adsorption and Surface Diffusion in
Reversed-Phase Liquid Chromatography. Journal of Physical Chemistry B, 2022, 126, 10554-10568. 1.2 3

10360 <i>Protic</i> Ionic Liquids for Intrinsically Stretchable Conductive Polymers. ACS Applied Materials
&amp; Interfaces, 2023, 15, 3202-3213. 4.0 3

10361 An unprecedented hybrid polyoxometalate based on niobium oligomers: A notable application as redox
supercapacitor electrode. Chemical Engineering Journal, 2023, 455, 140511. 6.6 7

10362
Structural Transitions of Anionic, Cationic, and Nonionic Surfactant Solutions Confined between
Amorphous SiO<sub>2</sub> Slabs: Molecular Dynamics Simulations. Industrial &amp; Engineering
Chemistry Research, 2022, 61, 18390-18399.

1.8 2

10363 Assisting role of water molecules in ionic recognition by 18-crown-6 ether in aqueous solutions.
Journal of Molecular Liquids, 2023, 371, 121127. 2.3 4

10364 Study of phase equilibria and thermodynamic properties of liquid mixtures using the integral
equation theory: Application to water and alcohol mixtures. Journal of Chemical Physics, 2022, 157, . 1.2 4

10365
Controlling the Hydrophilicity of the Electrochemical Interface to Modulate the Oxygen-Atom
Transfer in Electrocatalytic Epoxidation Reactions. Journal of the American Chemical Society, 2022,
144, 22734-22746.

6.6 9



561

Citation Report

# Article IF Citations

10366 Interfacial properties of the hexane + carbon dioxide + water system in the presence of hydrophilic
silica. Journal of Chemical Physics, 2022, 157, . 1.2 7

10367 Transport properties of aqueous solution of <i>Î³</i>-aminobutyric acid. AIP Advances, 2022, 12, 125213. 0.6 0

10368 Molecular Dynamics Study of Phase Transition Heat Transfer in Water Nanofilm on Nanorough
Surfaces. Coatings, 2022, 12, 1943. 1.2 0

10369 Investigation of human Î²-defensins 1, 2 and 3 in human saliva by molecular dynamics. European Physical
Journal E, 2022, 45, . 0.7 0

10370 Nanodroplet wetting and electrowetting behavior on liquid-infused surfaces: A molecular simulation
study. Journal of Molecular Liquids, 2023, 371, 121157. 2.3 2

10371 Investigation on gas/water two-phase flow in quartz nanopores from molecular perspectives. Journal
of Molecular Liquids, 2023, 371, 121145. 2.3 4

10372 Molecular Structure and Dynamics in Wet Gecko Î²-Keratin. ACS Biomaterials Science and Engineering,
2023, 9, 257-268. 2.6 4

10373 Interactions between Î²-cyclodextrin as a carrier for anti-cancer drug delivery: a molecular dynamics
simulation study. Journal of Biomolecular Structure and Dynamics, 0, , 1-13. 2.0 1

10374 <i>Operando</i> Condition Reaction Modeling Shows Highly Dynamic Attachment of Oligomeric
Ruthenium Catalysts. ACS Catalysis, 0, , 1270-1279. 5.5 1

10375 Accurate estimation of dynamical quantities for nonequilibrium nanoscale systems. Physical Review E,
2023, 107, . 0.8 1

10377 Hydrogen Bond Dynamics and Phase Transitions of Water inside Carbon Nanotubes. Nanomaterials,
2023, 13, 284. 1.9 2

10378 A molecular dynamics study on adsorption mechanisms of polar, cationic, and anionic polymers on
montmorillonite. RSC Advances, 2023, 13, 2010-2023. 1.7 2

10379 Water Flow in Graphene Nanochannels driven by Imposed Thermal Gradients: The Role of Flexural
Phonons. Physical Chemistry Chemical Physics, 0, , . 1.3 2

10380 Investigating the Solvent Effects on Binding Affinity of PAHsâ€“ExBox<sup>4+</sup> Complexes: An
Alchemical Approach. Journal of Physical Chemistry B, 2023, 127, 249-260. 1.2 0

10381 Pressure-Induced Phase Transitions of Nonionic Polymer Brushes. Macromolecules, 0, , . 2.2 2

10382 Targeted systematic evolution of an RNA platform neutralizing DNMT1 function and controlling DNA
methylation. Nature Communications, 2023, 14, . 5.8 7

10383 Differences in solvation thermodynamics of oxygenates at Pt/Al2O3 perimeter versus Pt(111) terrace
sites. IScience, 2023, 26, 105980. 1.9 1

10384 The Effect of Arginine on the Phase Stability of Aqueous Hen Egg-White Lysozyme Solutions.
International Journal of Molecular Sciences, 2023, 24, 1197. 1.8 3



562

Citation Report

# Article IF Citations

10385 Learning pair potentials using differentiable simulations. Journal of Chemical Physics, 2023, 158, . 1.2 8

10386 4-Cyanotryptophan as a Sensitive Fluorescence Probe of Local Electric Field of Proteins. Journal of
Physical Chemistry B, 2023, 127, 514-519. 1.2 2

10387 Identification of a Novel Dual Inhibitor of Acetylcholinesterase and Butyrylcholinesterase: In Vitro
and In Silico Studies. Pharmaceuticals, 2023, 16, 95. 1.7 15

10388 On the Propensity of Excess Hydroxide Ions at the Alcohol Monolayerâ€“Water Interface. Journal of
Physical Chemistry B, 2023, 127, 783-793. 1.2 0

10389
A novel coumarin-triazole-thiophene hybrid: synthesis, characterization, ADMET prediction, molecular
docking and molecular dynamics studies with a series of SARS-CoV-2 proteins. Journal of Chemical
Sciences, 2023, 135, .

0.7 14

10390 Dynamics of Aqueous Electrolyte Solutions: Challenges for Simulations. Journal of Physical
Chemistry B, 2023, 127, 430-437. 1.2 8

10391 <tt>gmak</tt>: A Parameter-Space Mapping Strategy for Force-Field Calibration. Journal of Chemical
Theory and Computation, 0, , . 2.3 1

10392 Redispersion mechanisms of 2D nanosheets: combined role of intersheet contact and surface
chemistry. Nanoscale, 2023, 15, 3159-3168. 2.8 1

10393 Classical Quantum Friction at Waterâ€“Carbon Interfaces. Nano Letters, 2023, 23, 580-587. 4.5 14

10394 A data driven approach to model thermal boundary resistance from molecular dynamics simulations.
Physical Chemistry Chemical Physics, 0, , . 1.3 0

10395 Mechanistic Insights into the Reactive Uptake of Chlorine Nitrate at the Airâ€“Water Interface. Journal
of the American Chemical Society, 2023, 145, 944-952. 6.6 3

10396 Self-diffusion and shear viscosity for the TIP4P/Ice water model. Journal of Chemical Physics, 2023, 158,
. 1.2 5

10397 Fundamentals of energy storage from first principles simulations: Challenges and opportunities.
Frontiers in Energy Research, 0, 10, . 1.2 2

10398 Identifying Systematic Force Field Errors Using a 3D-RISM Element Counting Correction. Molecules,
2023, 28, 925. 1.7 1

10399 Hydrophobic Hydration: A Theoretical Investigation of Structure and Dynamics. Journal of Chemical
Sciences, 2023, 135, . 0.7 0

10400
Effective strategies toward imine-linked cationic covalent organic frameworks for rapid and selective
removal of <sup>99</sup>TcO<sub>4</sub><sup>âˆ’</sup> from water: insights from DFT and MD
calculations. Environmental Science: Nano, 2023, 10, 611-624.

2.2 2

10401 Stretch-activated ionic currents through Ti3C2(OH)2 MXene nanopores. Electrochemistry
Communications, 2023, 147, 107434. 2.3 1

10402 Mechanism for the adsorption of Per- and polyfluoroalkyl substances on kaolinite: Molecular
dynamics modeling. Applied Clay Science, 2023, 232, 106804. 2.6 10



563

Citation Report

# Article IF Citations

10403 3D printing of complicated GelMA-coated Alginate/Tri-calcium silicate scaffold for accelerated bone
regeneration. International Journal of Biological Macromolecules, 2023, 229, 636-653. 3.6 13

10404
Theoretical investigations of TTR derived aggregation-prone peptidesâ€™ potential to biochemically
attenuate the amyloidogenic propensities of V30Â M TTR amyloid fibrils. Journal of the Indian Chemical
Society, 2023, 100, 100892.

1.3 0

10405 Molecular basis of structural stability of Irisin: A combined molecular dynamics simulation and in
vitro studies for Urea-induced denaturation. Journal of Molecular Liquids, 2023, 372, 121120. 2.3 5

10406 Preservable superhydrophilicity of thermally cured graphene-nanoplatelets/epoxy nanocomposite
coatings. Composites Part B: Engineering, 2023, 252, 110500. 5.9 7

10407 The combustion process of methyl ester-biodiesel in the presence of different nanoparticles: A
molecular dynamics approach. Journal of Molecular Liquids, 2023, 373, 121232. 2.3 11

10408
The effect of initial temperature on the mechanical interaction of 3DN5/5OTF protein-based structures
using molecular dynamics simulation. International Journal of Biological Macromolecules, 2023, 231,
123235.

3.6 2

10409 Investigating the electrochemical advanced oxidation mechanism of N-doped graphene aerogel:
Molecular dynamics simulation combined with DFT method. Environmental Research, 2023, 220, 115198. 3.7 3

10410
Interfacial tension of carbon dioxide - water under conditions of CO2 geological storage and
enhanced geothermal systems: A molecular dynamics study on the effect of temperature. Fuel, 2023,
337, 127219.

3.4 7

10411 Thermal performance of a phase change material (PCM) microcapsules containing Au nanoparticles in
a nanochannel: A molecular dynamics approach. Journal of Molecular Liquids, 2023, 373, 121128. 2.3 14

10412 Crucial roles of ion-specific effects in the flotation of water-soluble KCl and NaCl crystals with fatty
acid salts. Journal of Colloid and Interface Science, 2023, 636, 413-424. 5.0 6

10413 Temperature-dependent slip length for water and electrolyte solution. Journal of Colloid and
Interface Science, 2023, 636, 512-517. 5.0 1

10414
Exploring the role of plant lysin motif receptor-like kinases in regulating plant-microbe interactions
in the bioenergy crop Populus. Computational and Structural Biotechnology Journal, 2023, 21,
1122-1139.

1.9 1

10415 Accurate Metalâ€“Imidazole Interactions. Journal of Chemical Theory and Computation, 2023, 19, 619-625. 2.3 3

10416 Direct calculation of the temperature dependence of 2D-IR spectra: Urea in water. Journal of Chemical
Physics, 2023, 158, . 1.2 1

10417 Anisotropy and Hybrid Heterosurface-Modulated Two-Dimensional Hydrogen Bond Network of Water.
Journal of Physical Chemistry C, 2023, 127, 2544-2557. 1.5 0

10418 A Lowâ€•Concentration and High Ionic Conductivity Aqueous Electrolyte toward Ultralowâ€•Temperature
Zincâ€•Ion Hybrid Capacitors. Small Structures, 2023, 4, . 6.9 1

10419 Molecular Dynamics Study on Swelling and Exfoliation Properties of Montmorillonite Nanosheets
for Application as Proton Exchange Membranes. ACS Applied Nano Materials, 2023, 6, 2133-2140. 2.4 2

10420 Atomic boundary position and steric effects on ion transport and separation through nanoporous
graphene membrane. Journal of Mechanical Science and Technology, 2023, 37, 875-886. 0.7 1



564

Citation Report

# Article IF Citations

10421 Capillary force exerted by water bridge on cellulose nanocrystals: Effect of an external electric
field.. Physical Chemistry Chemical Physics, 0, , . 1.3 2

10423 Water model determines thermosensitive and physicochemical properties of
poly(N-isopropylacrylamide) in molecular simulations. Frontiers in Materials, 0, 10, . 1.2 3

10424 Local Molecular Field Theory for Coulomb Interactions in Aqueous Solutions. Journal of Physical
Chemistry B, 2023, 127, 809-821. 1.2 3

10425 Effect of substrate charge density on the adsorption of intrinsically disordered protein amyloid Î²40: a
molecular dynamics study. Soft Matter, 0, , . 1.2 0

10426 Ion transport on self-assembled block copolymer electrolytes with different side chain chemistries.
Materials Advances, 2023, 4, 965-975. 2.6 0

10428 Solvation Structure and Dynamics of Aqueous Solutions of Au+ Ions: A Molecular Dynamics
Simulation Study. Journal of Solution Chemistry, 2023, 52, 326-342. 0.6 0

10430 Structure of a 28.5 kDa duplex-embedded G-quadruplex system resolved to 7.4 Ã… resolution with
cryo-EM. Nucleic Acids Research, 2023, 51, 1943-1959. 6.5 8

10431 Molecular Dynamics Study of the Beryllium Interaction with C-S-H Phases. Journal of Physical
Chemistry C, 2023, 127, 1798-1807. 1.5 1

10432 Machine learning based implicit solvent model for aqueous-solution alanine dipeptide molecular
dynamics simulations. RSC Advances, 2023, 13, 4565-4577. 1.7 5

10433 Recent advances on graphyne and its family members as membrane materials for water purification and
desalination. Frontiers in Chemistry, 0, 11, . 1.8 5

10434 Inhibited complete folding of consecutive human telomeric G-quadruplexes. Nucleic Acids Research,
2023, 51, 1571-1582. 6.5 1

10435
An extensive assessment of the performance of pairwise and many-body interaction potentials in
reproducing <i>ab initio</i> benchmark binding energies for water clusters <i>n</i> = 2â€“25. Physical
Chemistry Chemical Physics, 2023, 25, 7120-7143.

1.3 7

10436
The reconciliation between the experimental and calculated octanol-water partition coefficient of
1,2-dipalmitoyl-sn-glycero-3-phosphatidylcholine using atomistic molecular dynamics: an open
question. Journal of Biomolecular Structure and Dynamics, 0, , 1-8.

2.0 1

10437 Liquidâ€“Liquid Flow at Nanoscale: Slip and Hydrodynamic Boundary Conditions. Langmuir, 2023, 39,
2260-2273. 1.6 3

10438 Molecular dynamics investigation of the asphalteneâ€“kaolinite interactions in water, toluene, and
waterâ€“toluene mixtures. Physical Chemistry Chemical Physics, 2023, 25, 5638-5647. 1.3 2

10439 Molecular Dynamics simulation based trinucleotide and tetranucleotide level structural and energy
characterization of functional units of genomic DNA. Physical Chemistry Chemical Physics, 0, , . 1.3 1

10440 Membrane cholesterol regulates inhibition and substrate transport by the glycine transporter, GlyT2.
Life Science Alliance, 2023, 6, e202201708. 1.3 1

10441 The impact of secondary channels on the wetting properties of interconnected hydrophobic
nanopores. Communications Physics, 2023, 6, . 2.0 7



565

Citation Report

# Article IF Citations

10442 Druggable sites identification in <i>Streptococcus mutans</i> VicRK system evaluated by catechols.
Journal of Biomolecular Structure and Dynamics, 2023, 41, 12000-12015. 2.0 2

10443 Understanding Humidityâ€•Enhanced Adhesion of Geckos: Deep Neural Networkâ€•Assisted Multiâ€•Scale
Molecular Modeling. Small, 0, , 2206085. 5.2 0

10444 Functional System Based on Glycyrrhizic Acid Supramolecular Hydrogel: Toward Polymorph Control,
Stabilization, and Controlled Release. ACS Applied Materials &amp; Interfaces, 2023, 15, 7767-7776. 4.0 5

10445 Biophysical evaluation of the oligomerization and conformational properties of the N-terminal
domain of TDP-43. Archives of Biochemistry and Biophysics, 2023, 737, 109533. 1.4 0

10447 Molecular insights into the natural gas regulating tight oil movability. Energy, 2023, 270, 126895. 4.5 3

10448
Origin for superior adsorption of metal ions and efficient control of heavy metals by
montmorillonite: A molecular dynamics exploration. Chemical Engineering Journal Advances, 2023, 14,
100467.

2.4 1

10449 Synergistic effect of lecithin and alginate, CMC, or PVP in stabilizing curcumin and its potential
mechanism. Food Chemistry, 2023, 413, 135634. 4.2 3

10450
Water filling in carbon nanotubes with different wettability and implications on nanotube/water
heat transfer via atomistic simulations. International Journal of Heat and Mass Transfer, 2023, 205,
123868.

2.5 4

10451 Wetting hysteresis induces effective unidirectional water transport through a fluctuating
nanochannel. Nanoscale Horizons, 0, , . 4.1 0

10452 Surface charge density governs the ionic current rectification direction in asymmetric graphene
oxide channels. Physical Chemistry Chemical Physics, 2023, 25, 7477-7486. 1.3 3

10453 Molecular dynamics study on evaporation of metal nitrate-containing nanodroplets in flame spray
pyrolysis. Nanoscale, 2023, 15, 5877-5890. 2.8 0

10454 Light controls edge functional groups to enhance membrane permeability. Frontiers in Physics, 0, 11, . 1.0 0

10455 Bottom-Up Informed and Iteratively Optimized Coarse-Grained Non-Markovian Water Models with
Accurate Dynamics. Journal of Chemical Theory and Computation, 2023, 19, 1099-1110. 2.3 6

10456 Salinity Effect on the Interfacial Tension of CO2-Brine: Estimation and Investigation by Molecular
Dynamics Simulations. , 2023, , . 0

10457 Freezing Effects on the Behavior of Diffused Double Layer Using Molecular Dynamics. , 2023, , . 0

10458 Temperature Dependence of Non-Condon Effects in Two-Dimensional Vibrational Spectroscopy of
Water. Journal of Physical Chemistry B, 2023, 127, 2488-2498. 1.2 4

10459 Microstructural Evolution of Zincâ€•Ion Species from Aqueous to Hydrated Eutectic Electrolyte for
Znâ€•Ion Batteries. ChemSusChem, 2023, 16, . 3.6 2

10460 Molecular modeling and simulation of aqueous solutions of alkali nitrates. Journal of Chemical
Physics, 2023, 158, 134508. 1.2 1



566

Citation Report

# Article IF Citations

10461 Sulfolane-containing aqueous electrolyte solutions for producing efficient ampere-hour-level zinc
metal battery pouch cells. Nature Communications, 2023, 14, . 5.8 53

10462 Simulating a flexible water model as rigid: Best practices and lessons learned. Journal of Chemical
Physics, 2023, 158, . 1.2 2

10463 Molecular dynamics simulation of hexagonal boron nitride slit membranes for wastewater
treatment. Journal of Molecular Liquids, 2023, 382, 121842. 2.3 2

10464 Computer simulation study of ion-water and water-water hydrogen bonds in methanesulfonic acid
solutions at room temperature. Journal of Molecular Liquids, 2023, 377, 121518. 2.3 1

10465 Investigation of the mechanical properties of different amorphous composites using the molecular
dynamics simulation. Journal of Materials Research and Technology, 2023, 24, 1390-1400. 2.6 13

10466 Molecular framework for designing Fluoroclay with enhanced affinity for per- and polyfluoroalkyl
substances. Water Research X, 2023, 19, 100175. 2.8 3

10467 N'-isonicotinoylpicolinohydrazonamide: Synthesis, crystal structure, DFT and ADMET studies, and in
silico inhibition properties toward a series of COVID-19 proteins. Polyhedron, 2023, 235, 116362. 1.0 3

10468 Building a Hofmeister-like series for the maximum in density temperature of aqueous electrolyte
solutions. Journal of Molecular Liquids, 2023, 377, 121433. 2.3 4

10469 Exploration of seryl tRNA synthetase to identify potent inhibitors against leishmanial parasites.
International Journal of Biological Macromolecules, 2023, 237, 124118. 3.6 4

10470 Aqueous solutions of chiral ionic liquids based on (â€“)-menthol: An experimental and computational
study of volumetric and transport properties. Journal of Molecular Liquids, 2023, 378, 121591. 2.3 0

10471 Effect of water content on transport properties and interactions of amino-functionalized ionic
liquids. Chemical Physics, 2023, 569, 111852. 0.9 2

10472
Investigating the effect of size and number of layers of iron nanochannel on the thermal behavior
and phase change process of calcium chloride/sodium sulfate hexa-hydrate with molecular dynamics
simulation. Journal of Energy Storage, 2023, 62, 106762.

3.9 5

10473 Water desalination through FAU zeolite studied by using molecular dynamics simulations. Journal of
Molecular Liquids, 2023, 380, 121683. 2.3 2

10474
Investigation the change in the atomic stability of 3DN5 and 5OTF (cancer cells and microvascular) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 227 Td (cells) structures by increasing initial pressure: A molecular dynamics approach. Materials Chemistry

and Physics, 2023, 301, 127555.
2.0 2

10475 Pool boiling heat flux of ammonia refrigerant in the presence of iron oxide nanoparticles: A
molecular dynamics approach. Engineering Analysis With Boundary Elements, 2023, 151, 387-393. 2.0 4

10476 In silico characterization of the psilocybin biosynthesis pathway. Computational Biology and
Chemistry, 2023, 104, 107854. 1.1 1

10477 Molecular dynamics simulation study on interfacial behaviors of betaines and extended surfactants.
Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2023, 666, 131323. 2.3 5

10478
Molecular insight into the effect of the number of introduced ethoxy groups on the calcium
resistance of anionic-nonionic surfactants at the oil/water interface. Colloids and Surfaces A:
Physicochemical and Engineering Aspects, 2023, 667, 131382.

2.3 1



567

Citation Report

# Article IF Citations

10479 Molecular dynamics study of water rotational relaxation in saccharide solution for the development
of bioprotective agent. Journal of Molecular Liquids, 2023, 380, 121707. 2.3 0

10480
Effect of microchannel wall dimensions and temperature on ethylene glycol fluid's thermal
performance in two-dimensional microchannels using molecular dynamics simulation. Engineering
Analysis With Boundary Elements, 2023, 152, 214-224.

2.0 0

10481 Microscopic stabilization mechanism of nanoparticle-laden droplets under external electric fields: A
molecular dynamics study. International Journal of Heat and Mass Transfer, 2023, 209, 124113. 2.5 5

10482 A computational study of cellulose regeneration: Coarse-grained molecular dynamics simulations.
Carbohydrate Polymers, 2023, 313, 120853. 5.1 6

10483 Molecular dynamics study of ion clustering in concentrated electrolyte solutions for the estimation
of salt solubilities. Fluid Phase Equilibria, 2023, 571, 113802. 1.4 3

10484 Molecular insights into ions permeation and destruction behavior in methane hydrate driven by
electrostatic fields. Fuel, 2023, 346, 128211. 3.4 4

10485 Molecular simulations of adsorption of surfactant micelles on partially and fully covered iron
surfaces. Journal of Molecular Liquids, 2023, 379, 121685. 2.3 1

10486 Dielectric permittivity of C-S-H. Cement and Concrete Research, 2023, 169, 107178. 4.6 3

10487 Effect of molecular dynamics water models on flux, diffusivity, and ion dynamics for polyamide
membrane simulations. Journal of Membrane Science, 2023, 678, 121630. 4.1 3

10488 Hierarchically designed evaporators with dual-layered hydrogel/aerogel structure for efficient solar
water evaporation. Separation and Purification Technology, 2023, 310, 123237. 3.9 7

10489 Simulation of two-dimensional infrared Raman spectroscopy with application to proteins. Journal of
Chemical Physics, 2023, 158, . 1.2 2

10490 Computational analysis of protein-ligand interaction by targeting a cell cycle restrainer. Computer
Methods and Programs in Biomedicine, 2023, 231, 107367. 2.6 18

10491 Molecular dynamics study of the effect of temperature on the flotation behavior of sodium oleate on
the surface of diaspore. Minerals Engineering, 2023, 192, 108004. 1.8 5

10493 Unveiling the mutual ion-storage mechanism of dual-carbon NaTFSI-WiSE Cells: A molecular dynamics
study. Carbon, 2023, 205, 383-393. 5.4 2

10495 Effects of Water Deuteration on Thermodynamic and Structural Properties of Proteins and
Biomembranes. Journal of Physical Chemistry B, 2023, 127, 1138-1143. 1.2 7

10496 Wetting-State-Induced Turning of Water Droplet Moving Direction on the Surface. ACS Nano, 2023, 17,
2182-2189. 7.3 5

10497 Phosphate aggregation, diffusion, and adsorption on kaolinite in saline solutions by molecular
dynamics simulation. Applied Clay Science, 2023, 233, 106844. 2.6 3

10498 Multiâ€•Hydration Induced Zwitterionic Hydrogel with Open Environment Stability for Chemical
Sensing. , 2023, 2, . 0



568

Citation Report

# Article IF Citations

10499 On the replacement behavior of CO2 in nanopores of shale oil reservoirs: Insights from wettability
tests and molecular dynamics simulations. , 2023, 223, 211528. 13

10500 Brownian Motion in Optical Tweezers, a Comparison between MD Simulations and Experimental Data
in the Ballistic Regime. Polymers, 2023, 15, 787. 2.0 1

10501 Molecular Study of Nonequilibrium Transport Mechanism for Proton and Water in Porous Proton
Exchange Membranes. International Journal of Energy Research, 2023, 2023, 1-13. 2.2 1

10502 Scaled charges for ions: An improvement but not the final word for modeling electrolytes in water.
Journal of Chemical Physics, 2023, 158, . 1.2 16

10504 Dynamic Electric Field Alignment Determines the Water Rotational Motion around Protein. Journal of
Physical Chemistry B, 2023, 127, 1376-1384. 1.2 1

10505 Investigating the validity of the Bosanquet equation for predicting the self-diffusivities of fluids
inside nanotubes using equilibrium molecular dynamics simulations. AIP Advances, 2023, 13, 025338. 0.6 1

10506 Molecular dynamics study of the repetitive friction mechanism of nickel-based single crystals in an
aqueous environment. Physica Scripta, 2023, 98, 035019. 1.2 1

10507 Driving and characterizing nucleation of urea and glycine polymorphs in water. Proceedings of the
National Academy of Sciences of the United States of America, 2023, 120, . 3.3 9

10508 Investigating the self-assembling of nicotinic hydrazide-based amphiphile into nano-range vesicles and
its amphotericin B loading applications. Drug Delivery, 2023, 30, . 2.5 5

10509 Toward a quasiphase transition in the single-file chain of water molecules: Simple lattice model.
Journal of Chemical Physics, 2023, 158, 104304. 1.2 1

10510 Coupled Interactions at the Ionic Graphene-Water Interface. Physical Review Letters, 2023, 130, . 2.9 1

10511 Structureâ€“Thermodynamic Relationship of a Polysaccharide Gel (Alginate) as a Function of Water
Content and Counterion Type (Na vs Ca). Journal of Physical Chemistry B, 2023, 127, 1828-1841. 1.2 0

10512 Improved and Always Improving: Reference Formulations for Thermophysical Properties of Water.
Journal of Physical and Chemical Reference Data, 2023, 52, . 1.9 9

10513 Phosphorylation Modification Force Field FB18CMAP Improving Conformation Sampling of
Phosphoproteins. Journal of Chemical Information and Modeling, 2023, 63, 1602-1614. 2.5 3

10514
Layer-by-layer fabrication of self-cleaning superhydrophobic surface made from
Carboxymethylcellulose and ZnO quantum dots: A combined experimental and computational study.
Surfaces and Interfaces, 2023, 37, 102752.

1.5 9

10515 Early-Stage Liquid Infiltration in Nanoconfinements. Langmuir, 2023, 39, 3301-3311. 1.6 0

10516 Conformational Dependence of the First Hyperpolarizability of the Li@B10H14 in Solution. Liquids,
2023, 3, 159-167. 0.8 0

10517 Field-Induced Hydration Shell Reorganization Enables Electro-osmotic Flow in Nanochannels.
Physical Review Letters, 2023, 130, . 2.9 2



569

Citation Report

# Article IF Citations

10518 Quantification of the impact of water on the wetting behavior of hydrophilic ionic liquid: a
molecular dynamics study. Molecular Simulation, 2023, 49, 525-535. 0.9 0

10519
Chemical similarity of dialkyl carbonates and carbon dioxide opens an avenue for novel greenhouse
gas scavengers: cheap recycling and low volatility <i>via</i> experiments and simulations. Physical
Chemistry Chemical Physics, 2023, 25, 9320-9335.

1.3 3

10520
Anastrozole-mediated modulation of mitochondrial activity by inhibition of mitochondrial
permeability transition pore opening: an initial perspective. Journal of Biomolecular Structure and
Dynamics, 2023, 41, 14063-14079.

2.0 0

10521
Phase equilibrium of three-component liquid systems composed of water, alcohol, and sodium
chloride studied by the reference interaction-site model integral equation theory. Journal of
Chemical Physics, 2023, 158, .

1.2 2

10522 Microphysics of liquid water in sub-10â€‰nm ultrafine aerosol particles. Atmospheric Chemistry and
Physics, 2023, 23, 2525-2556. 1.9 4

10523 Revealing the Correlation between the Solvation Structures and the Transport Properties of
Water-in-Salt Electrolytes. Chemistry of Materials, 2023, 35, 2088-2094. 3.2 6

10524 Tween-80 on Water/Oil Interface: Structure and Interfacial Tension by Molecular Dynamics
Simulations. Langmuir, 2023, 39, 3255-3265. 1.6 6

10525 What is the Optimal Dipole Moment for Nonpolarizable Models of Liquids?. Journal of Chemical
Theory and Computation, 2023, 19, 1790-1804. 2.3 5

10526 Chelation Behaviors of 3,4,3-LI(1,2-HOPO) with Lanthanides and Actinides Implicated by Molecular
Dynamics Simulations. Inorganic Chemistry, 2023, 62, 4304-4313. 1.9 1

10527 Effect of macrocyclization and tetramethylrhodamine labeling on chemokine binding peptides. Journal
of Peptide Science, 0, , . 0.8 0

10528 Polyamide membranes with nanoscale ordered structures for fast permeation and highly selective
ion-ion separation. Nature Communications, 2023, 14, . 5.8 35

10530 A Novel Ambroxol-Derived Tetrahydroquinazoline with a Potency against SARS-CoV-2 Proteins.
International Journal of Molecular Sciences, 2023, 24, 4660. 1.8 1

10531 Machine learning coarse-grained models of dissolutive wetting: a droplet on soluble surfaces.
Physical Chemistry Chemical Physics, 2023, 25, 7487-7495. 1.3 2

10532 Multifaceted foldingâ€“unfolding landscape of the TrpZip2 Î²-hairpin and the role of external
sub-piconewton mechanical tensions. Physical Chemistry Chemical Physics, 0, , . 1.3 0

10533 Frequency-Dependent Impedance of Nanocapacitors from Electrode Charge Fluctuations as a Probe of
Electrolyte Dynamics. Physical Review Letters, 2023, 130, . 2.9 5

10534 Novel Mixed Matrix Membranes Based on Poly(vinylidene fluoride): Development, Characterization,
Modeling. Polymers, 2023, 15, 1222. 2.0 2

10535 In situ Raman and X-ray scattering of a single supersaturated aqueous Mg(NO3)2 droplet
ultrasonically levitated. Analytical Sciences, 2023, 39, 977-987. 0.8 1

10536 Electrical noise in electrolytes: a theoretical perspective. Faraday Discussions, 0, , . 1.6 2



570

Citation Report

# Article IF Citations

10537 Interfacial nanobubblesâ€™ growth at the initial stage of electrocatalytic hydrogen evolution. Energy
and Environmental Science, 2023, 16, 2068-2079. 15.6 15

10538 Quantifying the Molecular Polarization Response of Liquid Water Interfaces at Heterogeneously
Charged Surfaces. Journal of Chemical Theory and Computation, 2023, 19, 1843-1852. 2.3 1

10539 Investigation of small inhibitor effects on methane hydrate formation in a carbon nanotube using
molecular dynamics simulation. RSC Advances, 2023, 13, 6800-6807. 1.7 0

10540 Density anomaly in water-alcohol mixtures: Minimum model for structure makers and breakers.
Physical Review E, 2023, 107, . 0.8 1

10541 <i>In vivo</i> and <i>in silico</i> comparison analyses of Cry toxin activities toward the sugarcane
giant borer. Bulletin of Entomological Research, 2023, 113, 335-346. 0.5 2

10542 Structural and dynamic effects of pseudouridine modifications on noncanonical interactions in RNA.
Rna, 2023, 29, 790-807. 1.6 1

10543 Unsupervised Data-Driven Reconstruction of Molecular Motifs in Simple to Complex Dynamic
Micelles. Journal of Physical Chemistry B, 2023, 127, 2595-2608. 1.2 3

10544 ThermalProGAN: A sequence-based thermally stable protein generator trained using unpaired data.
Journal of Bioinformatics and Computational Biology, 2023, 21, . 0.3 0

10545 The collective burst mechanism of angular jumps in liquid water. Nature Communications, 2023, 14, . 5.8 4

10546 Synergism for lowering interfacial tensions between betaines and extended surfactants: The role of
self-regulating molecular size. Journal of Molecular Liquids, 2023, 378, 121605. 2.3 4

10547 Electronic Excitation Response of DNA to High-Energy Proton Radiation in Water. Physical Review
Letters, 2023, 130, . 2.9 9

10548 Simulations of Subnanometer Scale Image Contrast in Atomic Force Microscopy of Self-Assembled
Monolayers in Water. , 0, , . 0

10549 Solvent effects determine the signÂ of the charges of maximum entropy and capacitance at silver
electrodes. Journal of Chemical Physics, 2023, 158, . 1.2 2

10550 Polarity-dependence of the nonlinear dielectric response in interfacial water. Journal of Chemical
Physics, 2023, 158, . 1.2 3

10551 Do specific ion effects influence the physical chemistry of aqueous graphene-based supercapacitors?
Perspectives from multiscale QMMD simulations. Carbon, 2023, 207, 292-304. 5.4 5

10552
Interaction of Laurusides 1 and 2 with the 3C-like Protease (Mpro) from Wild-Type and Omicron Variant
of SARS-CoV-2: A Molecular Dynamics Study. International Journal of Molecular Sciences, 2023, 24,
5511.

1.8 1

10553 Structure and Dynamics of Ion Hydrates on NaClÂ surface. Springer Theses, 2023, , 107-135. 0.0 0

10554 Dissolution of Forsterite Surface in Brine at CO<sub>2</sub> Geo-storage Conditions: Insights from
Molecular Dynamic Simulations. Langmuir, 2023, 39, 4304-4316. 1.6 1



571

Citation Report

# Article IF Citations

10555 Direct Calculation of the Interfacial Free Energy between NaCl Crystal and Its Aqueous Solution at
the Solubility Limit. Physical Review Letters, 2023, 130, . 2.9 0

10556 Surface polarization enhances ionic transport and correlations in electrolyte solutions
nanoconfined by conductors. Faraday Discussions, 0, 246, 576-591. 1.6 4

10557 Numerical Simulation of Shear Viscosity of Magnetic Fluid Polishing Liquid Based on Molecular
Dynamics. Modeling and Simulation, 2023, 12, 1098-1106. 0.0 0

10558 Theoretical Spectroscopy Aided Validation of the Hydration Structure of Trimethylamine
<i>N</i>-Oxide (TMAO). Journal of Physical Chemistry B, 2023, 127, 2774-2783. 1.2 2

10559 Charge Transport in Waterâ€“NaCl Electrolytes with Molecular Dynamics Simulations. Journal of
Physical Chemistry B, 2023, 127, 2729-2738. 1.2 5

10560 Thermodiffusion of CO<sub>2</sub> in Water by Nonequilibrium Molecular Dynamics Simulations.
Journal of Physical Chemistry B, 2023, 127, 2749-2760. 1.2 2

10561 Thermal transport across flat and curved goldâ€“water interfaces: Assessing the effects of the
interfacial modeling parameters. Journal of Chemical Physics, 2023, 158, . 1.2 4

10562 Cation-controlled permeation of charged polymers through nanocapillaries. Physical Review E, 2023,
107, . 0.8 1

10563 Unraveling the connection between calreticulin and myeloproliferative neoplasms via calcium
signaling. Cell Biology International, 0, , . 1.4 0

10564
Comprehensive Evaluation of End-Point Free Energy Techniques in Carboxylated-Pillar[6]arene
Hostâ€“Guest Binding: III. Force-Field Comparison, Three-Trajectory Realization and Further Dielectric
Augmentation. Molecules, 2023, 28, 2767.

1.7 2

10565 Tautomerisation Mechanisms in the Adenine-Thymine Nucleobase Pair during DNA Strand Separation.
Journal of Physical Chemistry B, 2023, 127, 4220-4228. 1.2 4

10566 Molecular Insights into the Effect of Crystal Planes on Droplet Wetting. Langmuir, 2023, 39, 4789-4798. 1.6 1

10567 Adsorption Studies at the Graphene Oxideâ€“Liquid Interface: A Molecular Dynamics Study. Journal of
Physical Chemistry C, 2023, 127, 5920-5930. 1.5 1

10568 Inhibitory mechanism of n-MTAB AuNPs for Î±-synuclein aggregation. Journal of Molecular Modeling,
2023, 29, . 0.8 0

10569 Molecular Simulation of Competitive Adsorption of Hydrogen and Methane: Analysis of Hydrogen
Storage Feasibility in Depleted Shale Gas Reservoirs. , 2023, , . 1

10570 Nanoscale friction of biomimetic hair surfaces. Nanoscale, 2023, 15, 7086-7104. 2.8 2

10571 Structure of interpolymer complex between poly(acrylic acid) and poly(ethylene oxide) in aqueous
salt solution: a molecular dynamics simulation study. Molecular Simulation, 2023, 49, 743-757. 0.9 0

10572 Vapor-Like Water in the NU-1000 Zr-MOF: A Molecular Level Understanding of Balanced Hydrophobicity
in Humid Conditions. Journal of Physical Chemistry C, 2023, 127, 6503-6514. 1.5 3



572

Citation Report

# Article IF Citations

10573 Evolution, Stability, and Applicability of Surfactant Aggregates in Targeted Delivery. Journal of
Physical Chemistry B, 2023, 127, 3001-3009. 1.2 2

10574 Detailed Experimental and In Silico Investigation of Indomethacin Binding with Human Serum Albumin
Considering Primary and Secondary Binding Sites. Molecules, 2023, 28, 2979. 1.7 3

10575 Structures and Dynamics of DNA Mini-Dumbbells Are Force Field Dependent. Journal of Chemical
Theory and Computation, 2023, 19, 2198-2212. 2.3 4

10576 Efficiency Comparison of Single- and Multiple-Macrostate Grand Canonical Ensemble
Transition-Matrix Monte Carlo Simulations. Journal of Physical Chemistry B, 2023, 127, 3041-3051. 1.2 0

10577
Mechanistic Insights on Permeation of Water over Iron Cations in Nanoporous Silicon Oxide Films
for Selective H<sub>2</sub> and O<sub>2</sub> Evolution. ACS Applied Materials &amp; Interfaces,
2023, 15, 17814-17824.

4.0 0

10578 Real-time visualisation of ion exchange in molecularly confined spaces where electric double layers
overlap. Faraday Discussions, 0, 246, 487-507. 1.6 2

10579 Sensitivity of the RNA Structure to Ion Conditions as Probed by Molecular Dynamics Simulations of
Common Canonical RNA Duplexes. Journal of Chemical Information and Modeling, 2023, 63, 2133-2146. 2.5 6

10580 Solvent Model Benchmark for Molecular Dynamics of Glycosaminoglycans. Journal of Chemical
Information and Modeling, 2023, 63, 2147-2157. 2.5 5

10581
Impact of wettability on storage and recovery of hydrogen gas in the lesueur sandstone formation
(Southwest hub project, Western Australia). International Journal of Hydrogen Energy, 2023, 48,
23581-23593.

3.8 6

10582 Simulating dielectric spectra: A demonstration of the direct electric field method and a new model
for the nonlinear dielectric response. Journal of Chemical Physics, 2023, 158, 124122. 1.2 0

10583 Connecting Diffraction Experiments and Network Analysis Tools for the Study of Hydrogen-Bonded
Networks. Journal of Physical Chemistry B, 2023, 127, 3109-3118. 1.2 1

10584 Transferability of vibrational spectroscopic map from TIP4P to TIP4P-like water models. Journal of
Chemical Physics, 2023, 158, . 1.2 2

10585 Beyond steric selectivity of ions using Ã¥ngstrÃ¶m-scale capillaries. Nature Nanotechnology, 2023, 18,
596-601. 15.6 10

10586
Confining CO<sub>2</sub> inside <scp>sI</scp> clathrateâ€•hydrates: The impact of the
CO<sub>2</sub>â€“water interaction on quantized dynamics. Journal of Computational Chemistry,
2023, 44, 1587-1598.

1.5 2

10587 Constant chemical potentialâ€“quantum mechanicalâ€“molecular dynamics simulations of the
grapheneâ€“electrolyte double layer. Journal of Chemical Physics, 2023, 158, . 1.2 7

10588
Molecular Dynamics Simulation Prediction of the Partitioning Constants (<i>K</i><sub>H</sub>,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 147 Td (<i>K</i><sub>iw</sub>, <i>K</i><sub>ia</sub>) of 82 Legacy and Emerging Organic Contaminants at the

Waterâ€“Air Interface. Environmental Science &amp; Technology, 2023, 57, 6296-6308.
4.6 7

10589 Ion Separation Together with Water Purification via a New Type of Nanotube: A Molecular Dynamics
Study. International Journal of Molecular Sciences, 2023, 24, 6677. 1.8 2

10590
Investigation of the effects of porosity and volume fraction on the atomic behavior of cancer cells
and microvascular cells of 3DN5 and 5OTF macromolecular structures during hematogenous
metastasis using the molecular dynamics method. Computers in Biology and Medicine, 2023, 158, 106832.

3.9 5



573

Citation Report

# Article IF Citations

10591 Persistent Local Structural Defectiveness as an Early Time Predictor of Intermittent Glassy Relaxation
Events in Supercooled Water. Journal of Physical Chemistry B, 2023, 127, 3516-3523. 1.2 1

10592 Separation of phenolic compounds from water by using monoterpenoid and fatty acid based
hydrophobic deep eutectic solvents. Journal of Molecular Liquids, 2023, 381, 121806. 2.3 1

10593 Electro-osmotic flow in different phosphorus nanochannels. Physics of Fluids, 2023, 35, . 1.6 6

10594 Nucleobase Specific Understanding about the Interaction of Antimalarial Drug Chloroquine with
Duplex DNA. Journal of Physical Chemistry B, 2023, 127, 3341-3351. 1.2 0

10595 Electric Field Effects on Water and Ion Structure and Diffusion at the Orthoclase (001)â€“Water
Interface. Journal of Physical Chemistry C, 2023, 127, 7389-7401. 1.5 3

10596 Molecular Dynamics Investigation of Nanoscale Hydrophobicity of Polymer Surfaces: What Makes
Water Wet?. Journal of Physical Chemistry B, 2023, 127, 5115-5127. 1.2 2

10597 Prediction of zwitterion hydration and ion association properties using machine learning. Soft
Matter, 2023, 19, 3179-3189. 1.2 1

10598 A MOLECULAR DYNAMICS APPROACH TO INTERPHASE MASS TRANSFER BETWEEN LIQUID AND VAPOR. , 2023,
, . 0

10599 Computational simulation of self-cleaning carbon-based membranes with zeolite porous structure
for desalination. Diamond and Related Materials, 2023, 136, 109925. 1.8 1

10600 Monte Carlo Simulations of Water Adsorption in Aluminum Oxide Rod-Based Metalâ€“Organic
Frameworks. Journal of Physical Chemistry C, 2023, 127, 7837-7851. 1.5 1

10601 THERMODYNAMICS AND STRUCTURE OF HYDROPHOBIC HYDRATION BY COMPUTER SIMULATION. , 2023, , . 0

10602 COMPUTER SIMULATION OF WATER AND THE DIELECTRIC EQUATION OF STATE. , 2023, , . 0

10603 PHASE BEHAVIOR OF SIMULATED METASTABLE WATER: A NEW THERMODYNAMIC SCENARIO. , 2023, , . 0

10604 SIMPLE POLARIZABLE MODELS FOR WATER. , 2023, , . 0

10605 Molecular dynamics study on the surface tension of succinic acid-water nano-aerosol droplets. Wuli
Xuebao/Acta Physica Sinica, 2023, 72, 114701. 0.2 1

10606
Enhanced stability of a disaggregated AÎ² fibril on removal of ligand inhibits refibrillation: An all atom
Molecular Dynamics simulation study. International Journal of Biological Macromolecules, 2023, 240,
124481.

3.6 1

10607 Adsorption-Controlled Wettability and Self-Cleaning of TiO<sub>2</sub>. Langmuir, 2023, 39,
6188-6200. 1.6 1

10608 Enhanced antimony removal within lamellar nanoconfined interspaces through a self-cleaning
MXene@CNF@FeOOH water purification membrane. Chemical Engineering Journal, 2023, 465, 143018. 6.6 12



574

Citation Report

# Article IF Citations

10609 Effect of double chain anionic surfactant on the dynamic interfacial tensions of betaine solutions.
Journal of Molecular Liquids, 2023, 382, 121866. 2.3 3

10610 Thermodynamic response functions and Stokes-Einstein breakdown in superheated water under
gigapascal pressure. Theoretical Chemistry Accounts, 2023, 142, . 0.5 1

10611 Breathable MOFs Layer on Atomically Grown 2D SnS<sub>2</sub> for Stable and Selective Surface
Activation. Advanced Science, 2023, 10, . 5.6 4

10612 Experimental and Simulation Studies on Hematite Interaction with Na-Metasilicate Pentahydrate.
Molecules, 2023, 28, 3629. 1.7 1

10618 Ab Initio Molecular Dynamics: A Guide to Applications. , 2024, , 493-517. 0

10680 Is Thermal Pressurization in C-S-H Relevant for Concrete Spalling?. RILEM Bookseries, 2023, , 66-75. 0.2 0

10681 Einstein Explains Water Transport in C-S-H. RILEM Bookseries, 2023, , 54-65. 0.2 0

10683 Multiscale Modeling of the Dielectric Response of C-S-H. RILEM Bookseries, 2023, , 76-87. 0.2 0

10704 Optimization of Non-Polarizable and Polarizable Force Fields and Their Application to Model
Compounds. , 2024, , 964-986. 0

10708 Multi-scale simulations aiming to advance heavy ion beam cancer therapy. AIP Conference Proceedings,
2023, , . 0.3 0

10760 Current understanding of ions and charged surfactants at aqueous solid interfaces. , 2024, , 230-239. 1

10770 Molecular Dynamics Simulations in Coatings. Materials Horizons, 2023, , 125-156. 0.3 1

10835 Molecular-dynamics simulations of macromolecular diffraction, part I: Preparation of protein crystal
simulations. Methods in Enzymology, 2023, , . 0.4 1

10839 Fifty years of biophysics in Argentina. Biophysical Reviews, 0, , . 1.5 2

10894 Intermolecular pair potentials and force fields. , 2024, , 51-116. 0

11026 Multiscale Molecular Dynamics Simulations of Ice-Binding Proteins. Methods in Molecular Biology,
2024, , 185-202. 0.4 0

11050 Multiscale Simulation of Fluids: Coupling Molecular and Continuum. Physical Chemistry Chemical
Physics, 0, , . 1.3 0

11148 Dynamics of ethane, CO2, water and binary mixtures of ethane with CO2 and water in ZSM-22. AIP
Conference Proceedings, 2024, , . 0.3 0



575

Citation Report

# Article IF Citations

11196 Confinement-induced clustering of H<sub>2</sub> and CO<sub>2</sub> gas molecules in hydrated
nanopores. Physical Chemistry Chemical Physics, 2024, 26, 10506-10514. 1.3 0

11236 Effects of Salts on Thickness of Diffused Double Layer around Clay Particles Using Molecular
Dynamics. , 2024, , . 0


