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206 αeversibleJmultipleJtimeJscaleJmolecularJdynamics[JJournalnofnChemicalnPhysicsVJ1992VJjhVJbjjaWcaab 3.9 2628

205 “odificationJofJtheJoverlapJpotentialJtoJmimicJaJlinearJsiteâ��siteJpotential[JJournalnofnChemicaln
PhysicsVJ1981VJheVJddbgWddbj 3.9 1064

204 uynamicalJfluctuatingJchargeJforceJfieldskJrpplicationJtoJliquidJwater[JJournalnofnChemicalnPhysicsVJ
1994VJbabVJgbebWgbfg 3.9 1048

203 –nJtheJβimulationJofJ−uantumJβystemskJ athJzntegralJ“ethods[JAnnualnReviewnofnPhysicaln
ChemistryVJ1986VJdhVJeabWece 15.7 619

202 αeplicaJexchangeJwithJsoluteJtemperingkJaJmethodJforJsamplingJbiologicalJsystemsJinJexplicitJ
water[JProceedingsnofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2005VJbacVJbdhejWfe11.5 530

201 TheJfreeJenergyJlandscapeJforJbetaJhairpinJfoldingJinJexplicitJwater[JProceedingsnofnthenNationaln
AcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2001VJjiVJbejdbWg 11.5 458

200
UreaJdenaturationJbyJstrongerJdispersionJinteractionsJwithJproteinsJthanJwaterJimpliesJaJcWstageJ
unfolding[JProceedingsnofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2008VJ
bafVJbgjciWdd

11.5 424

199 αeplicaJexchangeJwithJsoluteJscalingkJaJmoreJefficientJversionJofJreplicaJexchangeJwithJsoluteJ
temperingJRαvβTcS[JJournalnofnPhysicalnChemistrynBVJ2011VJbbfVJjedbWi 3.4 387

198 –nJpathJintegralJ“onteJtarloJsimulations[JJournalnofnChemicalnPhysicsVJ1982VJhgVJfbfaWfbff 3.9 354

197 –nJtheJtalculationJofJTimeJtorrelationJwunctions[JAdvancesninnChemicalnPhysicsVJ2007VJgdWcch 346

196 –bservationJofJaJdewettingJtransitionJinJtheJcollapseJofJtheJmelittinJtetramer[JNatureVJ2005VJedhVJbfjWgc50.4 333

195 −uantumJandJclassicalJrelaxationJratesJfromJclassicalJsimulations[JJournalnofnChemicalnPhysicsVJ1994VJ
baaVJidfjWidgg 3.9 328

194 tanJaJcontinuumJsolventJmodelJreproduceJtheJfreeJenergyJlandscapeJofJaJbetaJWhairpinJfoldingJinJ
waterp[JProceedingsnofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2002VJjjVJbchhhWic11.5 308

193 –nJtheJtalculationJofJuiffusionJtoefficientsJinJtonfinedJwluidsJandJznterfacesJwithJanJrpplicationJtoJ
theJ’iquidâ��VaporJznterfaceJofJWaterâ� [JJournalnofnPhysicalnChemistrynBVJ2004VJbaiVJgfjfWggac 3.4 281

192 uevelopmentJofJaJpolarizableJforceJfieldJforJproteinsJviaJabJinitioJquantumJchemistrykJfirstJ
generationJmodelJandJgasJphaseJtests[JJournalnofnComputationalnChemistryVJ2002VJcdVJbfbfWdb 3.5 276

191 rJ“onteJtarloJsimulationJofJtheJhydrophobicJinteraction[JJournalnofnChemicalnPhysicsVJ1979VJhbVJcjhf 3.9 263

190 UreaQsJactionJonJhydrophobicJinteractions[JJournalnofnthenAmericannChemicalnSocietyVJ2009VJbdbVJbfdfWeb 16.4 261
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189 tombinedJfluctuatingJchargeJandJpolarizableJdipoleJmodelskJrpplicationJtoJaJfiveWsiteJwaterJ
potentialJfunction[JJournalnofnChemicalnPhysicsVJ2001VJbbfVJccdhWccfb 3.9 256

188 tomputerJβimulationJofJyydrophobicJyydrationJworcesJonJβtackedJ latesJatJβhortJαange[JThen
JournalnofnPhysicalnChemistryVJ1995VJjjVJcijdWcijj 256

187 tomputerJβimulationJofJaJâ��xreenJthemistryâ��JαoomWTemperatureJzonicJβolvent[JJournalnofnPhysicaln
ChemistrynBVJ2002VJbagVJbcabhWbcacb 3.4 253

186 uewettingWinducedJcollapseJofJhydrophobicJparticles[JProceedingsnofnthenNationalnAcademynofn
SciencesnofnthenUnitednStatesnofnAmericaVJ2003VJbaaVJbbjfdWi 11.5 245

185 vffectsJofJ olarizabilityJonJtheJyydrationJofJtheJthlorideJzon[JThenJournalnofnPhysicalnChemistryVJ
1996VJbaaVJbbjdeWbbjed 242

184 wluctuatingJthargeVJ olarizableJuipoleVJandJtombinedJ“odelskJJ arameterizationJfromJabJznitioJ
−uantumJthemistry[JJournalnofnPhysicalnChemistrynBVJ1999VJbadVJehdaWehdh 3.4 239

183  arametrizingJaJpolarizableJforceJfieldJfromJabJinitioJdata[Jz[JTheJfluctuatingJpointJchargeJmodel[J
JournalnofnChemicalnPhysicsVJ1999VJbbaVJhebWhfe 3.9 225

182 uevelopmentJofJanJrccurateJandJαobustJ olarizableJ“olecularJ“echanicsJworceJwieldJfromJabJznitioJ
−uantumJthemistry[JJournalnofnPhysicalnChemistrynAVJ2004VJbaiVJgcbWgch 2.8 209

181 vlectronicJpropertiesJofJtdβeJnanocrystalsJinJtheJabsenceJandJpresenceJofJaJdielectricJmedium[J
JournalnofnChemicalnPhysicsVJ1999VJbbaVJfdffWfdgj 3.9 209

180 vffectJofJionsJonJtheJhydrophobicJinteractionJbetweenJtwoJplates[JJournalnofnthenAmericannChemicaln
SocietyVJ2007VJbcjVJeghiWig 16.4 208

179 yydrogenWsondJ‘ineticsJinJtheJβolvationJβhellJofJaJ olypeptide[JJournalnofnPhysicalnChemistrynBVJ
2001VJbafVJbbjcjWbbjdc 3.4 206

178 uynamicalJwluctuatingJthargeJworceJwieldskJTheJrqueousJβolvationJofJrmides[JJournalnofnthen
AmericannChemicalnSocietyVJ1996VJbbiVJghcWghj 16.4 199

177 ”ovelJmethodsJofJsamplingJphaseJspaceJinJtheJsimulationJofJbiologicalJsystems[JCurrentnOpinionninn
StructuralnBiologyVJ1997VJhVJbibWj 8.1 196

176 tanJWaterJ olarizabilityJseJzgnoredJinJyydrogenJsondJ‘ineticsp[JJournalnofnPhysicalnChemistrynBVJ
2002VJbagVJcafeWcaga 3.4 183

175 αoleJofJwaterJinJmediatingJtheJassemblyJofJrlzheimerJamyloidWbetaJrbetabgWccJprotofilaments[J
JournalnofnthenAmericannChemicalnSocietyVJ2008VJbdaVJbbaggWhc 16.4 180

174 slueJxenekJrJvisionJforJproteinJscienceJusingJaJpetaflopJsupercomputer[JIBMnSystemsnJournalVJ2001VJ
eaVJdbaWdch 175

173 ’igandJbindingJtoJproteinWbindingJpocketsJwithJwetJandJdryJregions[JProceedingsnofnthenNationaln
AcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2011VJbaiVJbdcgWda 11.5 156

172
–nJachievingJhighJaccuracyJandJreliabilityJinJtheJcalculationJofJrelativeJproteinWligandJbindingJ
affinities[JProceedingsnofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2012VJ
bajVJbjdhWec

11.5 151
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171 VibrationalJrelaxationJinJsimpleJfluidskJtomparisonJofJtheoryJandJsimulation[JJournalnofnChemicaln
PhysicsVJ1993VJjiVJhdabWhdbi 3.9 148

170 −uantumJeffectsJinJliquidJwaterkJ athWintegralJsimulationsJofJaJflexibleJandJpolarizableJabJinitioJ
model[JJournalnofnChemicalnPhysicsVJ2001VJbbfVJhgccWhgci 3.9 147

169  athJintegralJ“onteJtarloJstudiesJofJtheJbehaviorJofJexcessJelectronsJinJsimpleJfluids[JJournalnofn
ChemicalnPhysicsVJ1987VJigVJfgijWfhac 3.9 138

168 βpectralJgapJoptimizationJofJorderJparametersJforJsamplingJcomplexJmolecularJsystems[J
ProceedingsnofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2016VJbbdVJcidjWee 11.5 135

167 yydrophobicJhydrationJaroundJaJpairJofJapolarJspeciesJinJwater[JJournalnofnChemicalnPhysicsVJ1979VJ
hbVJcjic 3.9 135

166 vffectiveJpotentialsJforJliquidJwaterJusingJpolarizableJandJnonpolarizableJmodels[JThenJournalnofn
PhysicalnChemistryVJ1993VJjhVJbdiebWbdifb 134

165 “olecularJuynamicsJβtudyJofJtheJuependenceJofJWaterJβolvationJwreeJvnergyJonJβoluteJturvatureJ
andJβurfaceJrrea[JThenJournalnofnPhysicalnChemistryVJ1995VJjjVJciifWcijc 129

164 rdvancingJurugJuiscoveryJthroughJvnhancedJwreeJvnergyJtalculations[JAccountsnofnChemicaln
ResearchVJ2017VJfaVJbgcfWbgdc 24.3 126

163 tonstructingJabJinitioJforceJfieldsJforJmolecularJdynamicsJsimulations[JJournalnofnChemicalnPhysicsVJ
1998VJbaiVJehdjWehff 3.9 126

162 TimeWtorrelationJwunctionsVJ“emoryJwunctionsVJandJ“olecularJuynamics[JPhysicalnReviewnAVJ1970VJ
cVJjhfWjjg 2.6 126

161  redictionJofJ roteinW’igandJsindingJ osesJviaJaJtombinationJofJznducedJwitJuockingJandJ
“etadynamicsJβimulations[JJournalnofnChemicalnTheorynandnComputationVJ2016VJbcVJcjjaWi 6.4 120

160 TheJrqueousJβolvationJofJWaterkJrJtomparisonJofJtontinuumJ“ethodsJwithJ“olecularJuynamics[J
JournalnofnthenAmericannChemicalnSocietyVJ1994VJbbgVJdjejWdjfe 16.4 118

159 zntramolecularJrateJprocesskJzsomerizationJdynamicsJandJtheJtransitionJtoJchaos[JJournalnofn
ChemicalnPhysicsVJ1981VJhfVJdejfWdfba 3.9 116

158 βurfaceJturvatureJvffectsJinJtheJrqueousJzonicJβolvationJofJtheJthlorideJzon[JJournalnofnPhysicaln
ChemistrynAVJ1999VJbadVJbadaaWbadah 2.8 112

157 ’ocalizationJofJanJexcessJelectronJinJwaterJclusters[JJournalnofnChemicalnPhysicsVJ1986VJifVJbfidWbfjb 3.9 111

156 talculatingJtheJhoppingJrateJforJselfWdiffusionJonJroughJpotentialJenergyJsurfaceskJtageJ
correlations[JJournalnofnChemicalnPhysicsVJ1997VJbahVJgighWgihg 3.9 110

155 yydrogenWbondJdynamicsJinJtheJairWwaterJinterface[JJournalnofnPhysicalnChemistrynBVJ2005VJbajVJcjejWff 3.4 110

154 uynamicJfrictionJonJrigidJandJflexibleJbonds[JJournalnofnChemicalnPhysicsVJ1990VJjdVJfaieWfajf 3.9 108
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153  athJintegralJ“onteJtarloJstudyJofJtheJhydratedJelectron[JJournalnofnChemicalnPhysicsVJ1987VJigVJgeaeWgebi3.9 107

152 rJpathJintegralJ“onteJtarloJstudyJofJliquidJneonJandJtheJquantumJeffectiveJpairJpotential[JJournaln
ofnChemicalnPhysicsVJ1984VJibVJcfcdWcfch 3.9 107

151 sehaviorJofJtheJhydratedJelectronJatJdifferentJtemperatureskJstructureJandJabsorptionJspectrum[J
ThenJournalnofnPhysicalnChemistryVJ1988VJjcVJbhcbWbhda 106

150 vfficientJmultipleJtimeJstepJmethodJforJuseJwithJvwaldJandJparticleJmeshJvwaldJforJlargeJ
biomolecularJsystems[JJournalnofnChemicalnPhysicsVJ2001VJbbfVJcdeiWcdfi 3.9 104

149 ”onergodicityJinJpathJintegralJmolecularJdynamics[JJournalnofnChemicalnPhysicsVJ1984VJibVJdgebWdged 3.9 100

148 ’argeJscaleJsimulationJofJmacromoleculesJinJsolutionkJtombiningJtheJperiodicJfastJmultipoleJ
methodJwithJmultipleJtimeJstepJintegrators[JJournalnofnChemicalnPhysicsVJ1997VJbagVJjidfWjiej 3.9 98

147 tomputerJsimulationJofJtheJnucleationJandJthermodynamicsJofJmicroclusters[JJournalnofnChemicaln
PhysicsVJ1978VJgiVJbdcfWbddg 3.9 98

146 αeplicaJexchangeJwithJsoluteJtemperingkJefficiencyJinJlargeJscaleJsystems[JJournalnofnPhysicaln
ChemistrynBVJ2007VJbbbVJfeafWba 3.4 95

145 yydrophobicJznteractionsJandJuewettingJbetweenJ latesJwithJyydrophobicJandJyydrophilicJ
uomains[JJournalnofnPhysicalnChemistrynCVJ2009VJbbdVJfceeWfcfd 3.8 93

144 tanJimaginaryJinstantaneousJnormalJmodeJfrequenciesJpredictJbarriersJtoJselfWdiffusionp[JJournalnofn
ChemicalnPhysicsVJ1997VJbahVJegbiWegch 3.9 91

143 βolvationJenergiesJandJelectronicJspectraJinJpolarVJpolarizableJmediakJβimulationJtestsJofJdielectricJ
continuumJtheory[JJournalnofnChemicalnPhysicsVJ1996VJbaeVJbcjdWbdai 3.9 90

142 VibrationalJenergyJrelaxationJinJtheJcondensedJphaseskJ−uantumJvsJclassicalJbathJforJmultiphononJ
processes[JJournalnofnChemicalnPhysicsVJ1997VJbahVJgafaWgagb 3.9 89

141 UnravelingJquantumJmechanicalJeffectsJinJwaterJusingJisotopicJfractionation[JProceedingsnofnthen
NationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2012VJbajVJhjiiWjb 11.5 88

140 uynamicsJofJwaterJconfinedJinJtheJinterdomainJregionJofJaJmultidomainJprotein[JJournalnofnPhysicaln
ChemistrynBVJ2006VJbbaVJdhaeWbb 3.4 88

139
TheJcalculationJofJtransportJpropertiesJinJquantumJliquidsJusingJtheJmaximumJentropyJnumericalJ
analyticJcontinuationJmethodkJapplicationJtoJliquidJparaWhydrogen[JProceedingsnofnthenNationaln
AcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2002VJjjVJbbcjWdd

11.5 88

138 “olecularJdynamicsJwithJmultipleJtimeJscaleskJTheJselectionJofJefficientJreferenceJsystemJ
propagators[JJournalnofnChemicalnPhysicsVJ1996VJbafVJbecgWbedg 3.9 88

137 βignaturesJofJhydrophobicJcollapseJinJextendedJproteinsJcapturedJwithJforceJspectroscopy[J
ProceedingsnofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2007VJbaeVJhjbgWcb 11.5 87

136 wreeJvnergyJofJtheJyydrophobicJznteractionJfromJ“olecularJuynamicsJβimulationskJJTheJvffectsJofJ
βoluteJandJβolventJ olarizability[JJournalnofnPhysicalnChemistrynBVJ1997VJbabVJbaeiiWbaejd 3.4 86
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135 rggregationJandJdispersionJofJsmallJhydrophobicJparticlesJinJaqueousJelectrolyteJsolutions[JJournaln
ofnPhysicalnChemistrynBVJ2006VJbbaVJcchdgWeb 3.4 84

134 vffectJofJpressureJonJhydrogenJbondingJinJglycerolkJrJmolecularJdynamicsJinvestigation[JJournalnofn
ChemicalnPhysicsVJ1997VJbahVJedfaWedfh 3.9 83

133 βmartJwalkingkJrJnewJmethodJforJsoltzmannJsamplingJofJproteinJconformations[JJournalnofn
ChemicalnPhysicsVJ1997VJbahVJjbifWjbjg 3.9 83

132 WhenJdoesJtrimethylamineJ”WoxideJfoldJaJpolymerJchainJandJureaJunfoldJitp[JJournalnofnPhysicaln
ChemistrynBVJ2013VJbbhVJihcdWdc 3.4 82

131 –nJtheJcalculationJofJdynamicalJpropertiesJofJsolvatedJelectronsJbyJmaximumJentropyJanalyticJ
continuationJofJpathJintegralJ“onteJtarloJdata[JJournalnofnChemicalnPhysicsVJ1996VJbafVJhageWhahi 3.9 82

130 VibronicJspectraJinJcondensedJmatterkJrJcomparisonJofJexactJquantumJmechanicalJandJvariousJ
semiclassicalJtreatmentsJforJharmonicJbaths[JJournalnofnChemicalnPhysicsVJ1998VJbaiVJbeahWbecc 3.9 81

129 βingleJhomopolypeptideJchainsJcollapseJintoJmechanicallyJrigidJconformations[JProceedingsnofnthen
NationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2009VJbagVJbcgafWba 11.5 78

128 βcanningJtunnelingJmicroscopyJimagesJofJalkaneJderivativesJonJgraphitekJroleJofJelectronicJeffects[J
NanonLettersVJ2008VJiVJdbgaWf 11.5 77

127 TemperatureJdependenceJofJdimerizationJandJdewettingJofJlargeWscaleJhydrophobeskJaJmolecularJ
dynamicsJstudy[JJournalnofnPhysicalnChemistrynBVJ2008VJbbcVJigdeWee 3.4 77

126  olarizableJmoleculesJinJtheJvibrationalJspectroscopyJofJwater[JProceedingsnofnthenNationaln
AcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2005VJbacVJbbgbbWg 11.5 74

125
TheJabsorptionJspectrumJofJtheJsolvatedJelectronJinJfluidJheliumJbyJmaximumJentropyJinversionJofJ
imaginaryJtimeJcorrelationJfunctionsJfromJpathJintegralJ“onteJtarloJsimulations[JJournalnofn
ChemicalnPhysicsVJ1994VJbabVJjjajWjjbi

3.9 72

124 yydrophobicJaidedJreplicaJexchangekJanJefficientJalgorithmJforJproteinJfoldingJinJexplicitJsolvent[J
JournalnofnPhysicalnChemistrynBVJ2006VJbbaVJbjabiWcc 3.4 71

123 “olecularJαeorientationJinJ’iquidsJandJxases[JJournalnofnChemicalnPhysicsVJ1968VJejVJdbcfWdbcj 3.9 71

122 yowJandJwhenJdoesJanJanticancerJdrugJleaveJitsJbindingJsitep[JSciencenAdvancesVJ2017VJdVJebhaaabe 14.3 69

121 −uantumJmechanicalJcanonicalJrateJtheorykJrJnewJapproachJbasedJonJtheJreactiveJfluxJandJ
numericalJanalyticJcontinuationJmethods[JJournalnofnChemicalnPhysicsVJ2000VJbbcVJcgafWcgbe 3.9 69

120 uirectJ–bservationJofJβtretchedWvxponentialJαelaxationJinJ’owWTemperatureJ’ennardW†onesJ
βystemsJUsingJtheJtageJtorrelationJwunction[JPhysicalnReviewnLettersVJ1999VJicVJdgejWdgfc 7.4 69

119 “olecularJuynamicsJtalculationJofJtheJvffectJofJβolventJ olarizabilityJonJtheJyydrophobicJ
znteraction[JJournalnofnthenAmericannChemicalnSocietyVJ1995VJbbhVJhbhcWhbhj 16.4 69

118 –nJtheJrdequacyJofJ“ixedJ−uantumWtlassicalJuynamicsJinJtondensedJ haseJβystems[JJournalnofn
PhysicalnChemistrynBVJ1999VJbadVJbajhiWbajjb 3.4 68
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117 TheoryJofJcorrelatedJhopsJinJsurfaceJdiffusion[JPhysicalnReviewnLettersVJ1993VJhaVJdcjjWddac 7.4 68

116 –nJtheJuseJofJsemiclassicalJdynamicsJinJdeterminingJelectronicJspectraJofJsrcJinJanJrrJmatrix[J
JournalnofnChemicalnPhysicsVJ1985VJidVJcdaWcdi 3.9 67

115 uestructionJofJlongWrangeJinteractionsJbyJaJsingleJmutationJinJlysozyme[JProceedingsnofnthenNationaln
AcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2007VJbaeVJficeWj 11.5 66

114 TopicsJinJTimeWuependentJβtatisticalJ“echanics[JAnnualnReviewnofnPhysicalnChemistryVJ1971VJccVJfgdWfjg 15.7 66

113 vfficientJβimulationJ“ethodJforJ olarizableJ roteinJworceJwieldskJJrpplicationJtoJtheJβimulationJofJ
s TzJinJ’iquidJWater[JJournalnofnChemicalnTheorynandnComputationVJ2005VJbVJbgjWia 6.4 65

112 xlobalJ–ptimizationkJJ−uantumJThermalJrnnealingJwithJ athJzntegralJ“onteJtarlo[JJournalnofn
PhysicalnChemistrynAVJ2000VJbaeVJigWjf 2.8 65

111 rJsornâ��–ppenheimerJapproximationJforJpathJintegralsJwithJanJapplicationJtoJelectronJsolvationJinJ
polarizableJfluids[JJournalnofnChemicalnPhysicsVJ1993VJjjVJcjacWcjbg 3.9 65

110 vlasticityVJstructureVJandJrelaxationJofJextendedJproteinsJunderJforce[JProceedingsnofnthenNationaln
AcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2013VJbbaVJdiehWfc 11.5 63

109 βolvationJandJreorganizationJenergiesJinJpolarizableJmolecularJandJcontinuumJsolvents[JJournalnofn
ChemicalnPhysicsVJ1997VJbagVJcdhcWcdih 3.9 63

108 uoJ“oleculesJasJβmallJasJ”eopentaneJznduceJaJyydrophobicJαesponseJβimilarJtoJThatJofJ’argeJ
yydrophobicJβurfacesp[JJournalnofnPhysicalnChemistrynBVJ2003VJbahVJbbhecWbbhei 3.4 62

107 –nJtheJforceJbiasJ“onteJtarloJsimulationJofJsimpleJliquids[JJournalnofnChemicalnPhysicsVJ1979VJhbVJbcjWbdc3.9 62

106 uensityJdependenceJofJexcessJelectronicJgroundWstateJenergiesJinJsimpleJatomicJfluids[JJournalnofn
ChemicalnPhysicsVJ1992VJjhVJcaacWcacb 3.9 61

105 αoleJofJwaterJandJstericJconstraintsJinJtheJkineticsJofJcavityWligandJunbinding[JProceedingsnofnthen
NationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2015VJbbcVJbcabfWj 11.5 60

104 uewettingJtransitionsJinJproteinJcavities[JProteins:nStructure,nFunctionnandnBioinformaticsVJ2010VJhiVJbifgWgj4.2 60

103 ”onradiativeJrelaxationJprocessesJinJcondensedJphaseskJ−uantumJversusJclassicalJbaths[JJournalnofn
ChemicalnPhysicsVJ1999VJbbaVJfcdiWfcei 3.9 60

102 TimeJcorrelationJfunctionsJinJquantumJsystems[JJournalnofnChemicalnPhysicsVJ1984VJibVJcfbcWcfbd 3.9 58

101  robingJstaticJdisorderJinJrrrheniusJkineticsJbyJsingleWmoleculeJforceJspectroscopy[JProceedingsnofn
thenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2010VJbahVJbbddgWea 11.5 57

100 ’owWtemperatureJvariationalJapproximationJforJtheJweynmanJquantumJpropagatorJandJitsJ
applicationJtoJtheJsimulationJofJquantumJsystems[JJournalnofnChemicalnPhysicsVJ1990VJjcVJhfdbWhfdj 3.9 56

(1990-1993)
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99 vfficientJmultipleJtimeJscaleJmolecularJdynamicskJUsingJcoloredJnoiseJthermostatsJtoJstabilizeJ
resonances[JJournalnofnChemicalnPhysicsVJ2011VJbdeVJabebad 3.9 54

98 rJnewJquantumJpropagatorJforJhardJsphereJandJcavityJsystems[JJournalnofnChemicalnPhysicsVJ1992VJ
jhVJcdicWcdif 3.9 54

97 yydrophobicJeffectJonJchainJfolding[JTheJtransJtoJgaucheJisomerizationJofJnWbutaneJinJwater[J
JournalnofnthenAmericannChemicalnSocietyVJ1982VJbaeVJhgehWhgej 16.4 54

96
βtructureJandJdynamicsJofJtheJsolvationJofJbovineJpancreaticJtrypsinJinhibitorJinJexplicitJwaterkJaJ
comparativeJstudyJofJtheJeffectsJofJsolventJandJproteinJpolarizability[JJournalnofnPhysicalnChemistryn
BVJ2005VJbajVJbgfcjWdi

3.4 51

95 ’aserJ’ightJβcatteringJfromJ’iquids[JAnnualnReviewnofnPhysicalnChemistryVJ1974VJcfVJcddWcfd 15.7 49

94 αateJlimitJofJproteinJelasticJresponseJisJtetherJdependent[JProceedingsnofnthenNationalnAcademynofn
SciencesnofnthenUnitednStatesnofnAmericaVJ2012VJbajVJbeebgWcb 11.5 48

93 −uantumJαateJtonstantsJfromJβhortWTimeJuynamicskJJrnJrnalyticJtontinuationJrpproachâ� [JJournaln
ofnPhysicalnChemistrynAVJ2001VJbafVJciceWcidd 2.8 48

92 znferringJtheJhydrophobicJinteractionJfromJtheJpropertiesJofJneatJwater[JProceedingsnofnthen
NationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ1996VJjdVJiiaaWd 11.5 48

91 znterplayJbetweenJhydrodynamicsJandJtheJfreeJenergyJsurfaceJinJtheJassemblyJofJnanoscaleJ
hydrophobes[JJournalnofnPhysicalnChemistrynBVJ2012VJbbgVJdhiWij 3.4 46

90 “olecularJuynamicsJwithJ“ultipleJTimeJβcaleskJyowJtoJrvoidJ itfalls[JJournalnofnChemicalnTheoryn
andnComputationVJ2010VJgVJbhjiWiae 6.4 46
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