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j Paper IF Citations

206 vfficientJsamplingJofJpuckeringJstatesJofJmonosaccharidesJthroughJreplicaJexchangeJwithJsoluteJ
temperingJandJbondJsoftening[JJournalnofnChemicalnPhysicsVJ2018VJbejVJahcdag 3.9 9

205 βimulatedJworceJ−uenchJuynamicsJβhowsJxsbJ roteinJzsJ”otJaJTwoJβtateJwolder[JJournalnofnPhysicaln
ChemistrynBVJ2017VJbcbVJfbgcWfbhd 3.4 12

204 yowJandJwhenJdoesJanJanticancerJdrugJleaveJitsJbindingJsitep[JSciencenAdvancesVJ2017VJdVJebhaaabe 14.3 69

203  redictingJreactionJcoordinatesJinJenergyJlandscapesJwithJdiffusionJanisotropy[JJournalnofnChemicaln
PhysicsVJ2017VJbehVJbfchab 3.9 26

202 rdvancingJurugJuiscoveryJthroughJvnhancedJwreeJvnergyJtalculations[JAccountsnofnChemicaln
ResearchVJ2017VJfaVJbgcfWbgdc 24.3 126

201 βpectralJgapJoptimizationJofJorderJparametersJforJsamplingJcomplexJmolecularJsystems[J
ProceedingsnofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2016VJbbdVJcidjWee 11.5 135

200 yowJaJ‘inaseJznhibitorJWithstandsJxatekeeperJαesidueJ“utations[JJournalnofnthenAmericann
ChemicalnSocietyVJ2016VJbdiVJegaiWbf 16.4 26

199 yowJwetJshouldJbeJtheJreactionJcoordinateJforJligandJunbindingp[JJournalnofnChemicalnPhysicsVJ2016VJ
befVJafebbd 3.9 22

198 ‘ramersJturnoverkJwromJenergyJdiffusionJtoJspatialJdiffusionJusingJmetadynamics[JJournalnofn
ChemicalnPhysicsVJ2016VJbeeVJbdebad 3.9 17

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

196 αoleJofJwaterJandJstericJconstraintsJinJtheJkineticsJofJcavityWligandJunbinding[JProceedingsnofnthen
NationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2015VJbbcVJbcabfWj 11.5 60

195 αoleJofJuesolvationJinJThermodynamicsJandJ‘ineticsJofJ’igandJsindingJtoJaJ‘inase[JJournalnofn
ChemicalnTheorynandnComputationVJ2014VJbaVJfgjgWfhaf 6.4 44

194 vlasticityVJstructureVJandJrelaxationJofJextendedJproteinsJunderJforce[JProceedingsnofnthenNationaln
AcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2013VJbbaVJdiehWfc 11.5 63

193 WhenJdoesJtrimethylamineJ”WoxideJfoldJaJpolymerJchainJandJureaJunfoldJitp[JJournalnofnPhysicaln
ChemistrynBVJ2013VJbbhVJihcdWdc 3.4 82

192 yowJhydrophobicJdryingJforcesJimpactJtheJkineticsJofJmolecularJrecognition[JProceedingsnofnthen
NationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2013VJbbaVJbdchhWic 11.5 36

191 rreJhydrodynamicJinteractionsJimportantJinJtheJkineticsJofJhydrophobicJcollapsep[JJournalnofn
PhysicalnChemistrynBVJ2012VJbbgVJbbfdhWee 3.4 27

190 znterplayJbetweenJhydrodynamicsJandJtheJfreeJenergyJsurfaceJinJtheJassemblyJofJnanoscaleJ
hydrophobes[JJournalnofnPhysicalnChemistrynBVJ2012VJbbgVJdhiWij 3.4 46
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189 βtructureJandJuynamicsJofJrcetonitrileJtonfinedJinJaJβilicaJ”anopore[JJournalnofnPhysicalnChemistryn
CVJ2012VJbbgVJjficWjfjd 3.8 33

188 TheoryJandJsimulationsJofJquantumJglassJformingJliquids[JJournalnofnChemicalnPhysicsVJ2012VJbdgVJahefbb3.9 25

187
–nJachievingJhighJaccuracyJandJreliabilityJinJtheJcalculationJofJrelativeJproteinWligandJbindingJ
affinities[JProceedingsnofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2012VJ
bajVJbjdhWec

11.5 151

186 UnravelingJquantumJmechanicalJeffectsJinJwaterJusingJisotopicJfractionation[JProceedingsnofnthen
NationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2012VJbajVJhjiiWjb 11.5 88

185 αateJlimitJofJproteinJelasticJresponseJisJtetherJdependent[JProceedingsnofnthenNationalnAcademynofn
SciencesnofnthenUnitednStatesnofnAmericaVJ2012VJbajVJbeebgWcb 11.5 48

184 vfficientJmultipleJtimeJscaleJmolecularJdynamicskJUsingJcoloredJnoiseJthermostatsJtoJstabilizeJ
resonances[JJournalnofnChemicalnPhysicsVJ2011VJbdeVJabebad 3.9 54

183 αeplicaJexchangeJwithJsoluteJscalingkJaJmoreJefficientJversionJofJreplicaJexchangeJwithJsoluteJ
temperingJRαvβTcS[JJournalnofnPhysicalnChemistrynBVJ2011VJbbfVJjedbWi 3.4 387

182 tommentJonJLureaWmediatedJproteinJdenaturationkJaJconsensusJviewL[JJournalnofnPhysicalnChemistryn
BVJ2011VJbbfVJbdcdWglJdiscussionJbdchWi 3.4 33

181 ’igandJbindingJtoJproteinWbindingJpocketsJwithJwetJandJdryJregions[JProceedingsnofnthenNationaln
AcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2011VJbaiVJbdcgWda 11.5 156

180 WaterQsJroleJinJtheJforceWinducedJunfoldingJofJubiquitin[JProceedingsnofnthenNationalnAcademynofn
SciencesnofnthenUnitednStatesnofnAmericaVJ2010VJbahVJbjcieWj 11.5 33

179  robingJstaticJdisorderJinJrrrheniusJkineticsJbyJsingleWmoleculeJforceJspectroscopy[JProceedingsnofn
thenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2010VJbahVJbbddgWea 11.5 57

178 wirstJpassageJtimeJdistributionJinJstochasticJprocessesJwithJmovingJandJstaticJabsorbingJboundariesJ
withJapplicationJtoJbiologicalJruptureJexperiments[JJournalnofnChemicalnPhysicsVJ2010VJbddVJadebaf 3.9 24

177 ThermalJandJstructuralJstabilityJofJadsorbedJproteins[JBiophysicalnJournalVJ2010VJjjVJbbfhWgf 2.9 27

176 tompetitionJofJelectrostaticJandJhydrophobicJinteractionsJbetweenJsmallJhydrophobesJandJmodelJ
enclosures[JJournalnofnPhysicalnChemistrynBVJ2010VJbbeVJhcjeWdab 3.4 28

175 rJdisplacedWsolventJfunctionalJanalysisJofJmodelJhydrophobicJenclosures[JJournalnofnChemicaln
TheorynandnComputationVJ2010VJgVJcjceWcjde 6.4 27

174 “olecularJuynamicsJwithJ“ultipleJTimeJβcaleskJyowJtoJrvoidJ itfalls[JJournalnofnChemicalnTheoryn
andnComputationVJ2010VJgVJbhjiWiae 6.4 46

173 yydrophobicJinteractionsJinJmodelJenclosuresJfromJsmallJtoJlargeJlengthJscaleskJnonWadditivityJinJ
explicitJandJimplicitJsolventJmodels[JFaradaynDiscussionsVJ2010VJbegVJcehWgclJdiscussionJcidWjiVJdjfWeab 3.6 27

172 uewettingJtransitionsJinJproteinJcavities[JProteins:nStructure,nFunctionnandnBioinformaticsVJ2010VJhiVJbifgWgj4.2 60

(2010-2012)
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171 βingleJhomopolypeptideJchainsJcollapseJintoJmechanicallyJrigidJconformations[JProceedingsnofnthen
NationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2009VJbagVJbcgafWba 11.5 78

170 βolventJvffectsJonJtheJβelfWrssemblyJofJbWsromoeicosaneJonJxraphite[J artJz[JβcanningJTunnelingJ
“icroscopy[JJournalnofnPhysicalnChemistrynCVJ2009VJbbdVJdgdbWdgea 3.8 22

169 yydrophobicJznteractionsJandJuewettingJbetweenJ latesJwithJyydrophobicJandJyydrophilicJ
uomains[JJournalnofnPhysicalnChemistrynCVJ2009VJbbdVJfceeWfcfd 3.8 93

168 βolventJvffectsJonJtheJβelfWrssemblyJofJbWsromoeicosaneJonJxraphite[J artJzz[JTheory[JJournalnofn
PhysicalnChemistrynCVJ2009VJbbdVJdgebWdgej 3.8 8

167 ThermodynamicJpropertiesJofJliquidJwaterkJanJapplicationJofJaJnonparametricJapproachJtoJ
computingJtheJentropyJofJaJneatJfluid[JJournalnofnChemicalnTheorynandnComputationVJ2009VJfVJbegcWbehd 6.4 38

166 UreaQsJactionJonJhydrophobicJinteractions[JJournalnofnthenAmericannChemicalnSocietyVJ2009VJbdbVJbfdfWeb 16.4 261

165 αoleJofJwaterJinJmediatingJtheJassemblyJofJrlzheimerJamyloidWbetaJrbetabgWccJprotofilaments[J
JournalnofnthenAmericannChemicalnSocietyVJ2008VJbdaVJbbaggWhc 16.4 180

164 “assivelyJparallelJmolecularJdynamicsJsimulationsJofJlysozymeJunfolding[JIBMnJournalnofnResearchn
andnDevelopmentVJ2008VJfcVJbjWda 2.5 10

163 thainW’engthJvffectsJonJtheJβelfWrssemblyJofJβhortJbWsromoalkaneJandJnWrlkaneJ“onolayersJonJ
xraphite[JJournalnofnPhysicalnChemistrynCVJ2008VJbbcVJbiaghWbiahf 3.8 34

162 uissectingJentropicJcoilingJandJpoorJsolventJeffectsJinJproteinJcollapse[JJournalnofnthenAmericann
ChemicalnSocietyVJ2008VJbdaVJbbfhiWj 16.4 28

161 βcanningJtunnelingJmicroscopyJimagesJofJalkaneJderivativesJonJgraphitekJroleJofJelectronicJeffects[J
NanonLettersVJ2008VJiVJdbgaWf 11.5 77

160 TemperatureJdependenceJofJdimerizationJandJdewettingJofJlargeWscaleJhydrophobeskJaJmolecularJ
dynamicsJstudy[JJournalnofnPhysicalnChemistrynBVJ2008VJbbcVJigdeWee 3.4 77

159
UreaJdenaturationJbyJstrongerJdispersionJinteractionsJwithJproteinsJthanJwaterJimpliesJaJcWstageJ
unfolding[JProceedingsnofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2008VJ
bafVJbgjciWdd

11.5 424

158 βignaturesJofJhydrophobicJcollapseJinJextendedJproteinsJcapturedJwithJforceJspectroscopy[J
ProceedingsnofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2007VJbaeVJhjbgWcb 11.5 87

157 βerialJreplicaJexchange[JJournalnofnPhysicalnChemistrynBVJ2007VJbbbVJbebgWcd 3.4 31

156
“olecularJuynamicsJβimulationJβtudiesJofJβelfWrssemblyJofJαacemicJRαS]RβSWcWsromohexadecanoicJ
rcidJonJaJxraphiteJβurfacekJJvnantioWpureJorJvnantioWmixedJuomainsp[JJournalnofnPhysicalnChemistryn
CVJ2007VJbbbVJbicedWbicfa

3.8 9

155 αeplicaJexchangeJwithJsoluteJtemperingkJefficiencyJinJlargeJscaleJsystems[JJournalnofnPhysicaln
ChemistrynBVJ2007VJbbbVJfeafWba 3.4 95

154 vffectJofJionsJonJtheJhydrophobicJinteractionJbetweenJtwoJplates[JJournalnofnthenAmericannChemicaln
SocietyVJ2007VJbcjVJeghiWig 16.4 208
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153 uestructionJofJlongWrangeJinteractionsJbyJaJsingleJmutationJinJlysozyme[JProceedingsnofnthenNationaln
AcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2007VJbaeVJficeWj 11.5 66

152 –nJtheJtalculationJofJTimeJtorrelationJwunctions[JAdvancesninnChemicalnPhysicsVJ2007VJgdWcch 346

151 yydrophobicJaidedJreplicaJexchangekJanJefficientJalgorithmJforJproteinJfoldingJinJexplicitJsolvent[J
JournalnofnPhysicalnChemistrynBVJ2006VJbbaVJbjabiWcc 3.4 71

150 rggregationJandJdispersionJofJsmallJhydrophobicJparticlesJinJaqueousJelectrolyteJsolutions[JJournaln
ofnPhysicalnChemistrynBVJ2006VJbbaVJcchdgWeb 3.4 84

149 uynamicsJofJwaterJconfinedJinJtheJinterdomainJregionJofJaJmultidomainJprotein[JJournalnofnPhysicaln
ChemistrynBVJ2006VJbbaVJdhaeWbb 3.4 88

148 vlasticJbagJmodelJforJmolecularJdynamicsJsimulationsJofJsolvatedJsystemskJapplicationJtoJliquidJ
waterJandJsolvatedJpeptides[JJournalnofnPhysicalnChemistrynBVJ2006VJbbaVJbdcfgWgd 3.4 9

147 vlasticJbagJmodelJforJmolecularJdynamicsJsimulationsJofJsolvatedJsystemskJapplicationJtoJliquidJ
argon[JJournalnofnPhysicalnChemistrynBVJ2005VJbajVJegdWha 3.4 13

146
βtructureJandJdynamicsJofJtheJsolvationJofJbovineJpancreaticJtrypsinJinhibitorJinJexplicitJwaterkJaJ
comparativeJstudyJofJtheJeffectsJofJsolventJandJproteinJpolarizability[JJournalnofnPhysicalnChemistryn
BVJ2005VJbajVJbgfcjWdi

3.4 51

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

144 yydrogenWbondJdynamicsJinJtheJairWwaterJinterface[JJournalnofnPhysicalnChemistrynBVJ2005VJbajVJcjejWff 3.4 110

143 αeplicaJexchangeJwithJsoluteJtemperingkJaJmethodJforJsamplingJbiologicalJsystemsJinJexplicitJ
water[JProceedingsnofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2005VJbacVJbdhejWfe11.5 530

142 –bservationJofJaJdewettingJtransitionJinJtheJcollapseJofJtheJmelittinJtetramer[JNatureVJ2005VJedhVJbfjWgc50.4 333

141 TransportJpropertiesJofJnormalJliquidJheliumkJcomparisonJofJvariousJmethodologies[JJournalnofn
ChemicalnPhysicsVJ2005VJbcdVJbiefag 3.9 18

140
UltraWhighJvacuumJscanningJtunnelingJmicroscopyJandJtheoreticalJstudiesJofJbWhalohexaneJ
monolayersJonJgraphite[JProceedingsnofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesnofn
AmericaVJ2005VJbacVJfdbfWcc

11.5 36

139  olarizableJmoleculesJinJtheJvibrationalJspectroscopyJofJwater[JProceedingsnofnthenNationaln
AcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2005VJbacVJbbgbbWg 11.5 74

138 “ultipleJLtimeJstepLJ“onteJtarloJsimulationskJapplicationJtoJchargedJsystemsJwithJvwaldJ
summation[JJournalnofnChemicalnPhysicsVJ2004VJbcbVJeeWfa 3.9 14

137 αeplyJtoJtheJtommentJonJâ��uoJ“oleculesJasJβmallJasJ”eopentaneJznduceJaJyydrophobicJαesponseJ
βimilarJtoJthatJofJ’argeJyydrophobicJβurfacesp[JJournalnofnPhysicalnChemistrynBVJ2004VJbaiVJjdhdWjdhe 3.4

136
tommentJonJâ��tanJaJtontinuumJβolventJ“odelJαeproduceJtheJwreeJvnergyJ’andscapeJofJaJ
˛†WyairpinJwoldingJinJWaterpâ��JTheJ oissonâ��soltzmannJvquation[JJournalnofnPhysicalnChemistrynBVJ
2004VJbaiVJhfciWhfda

3.4 31

(2004-2007)
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135 uevelopmentJofJanJrccurateJandJαobustJ olarizableJ“olecularJ“echanicsJworceJwieldJfromJabJznitioJ
−uantumJthemistry[JJournalnofnPhysicalnChemistrynAVJ2004VJbaiVJgcbWgch 2.8 209

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

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

132 −uantumJpathJminimizationkJrnJefficientJmethodJforJglobalJoptimization[JJournalnofnChemicaln
PhysicsVJ2003VJbbiVJcjjjWdaaf 3.9 27

131 uewettingWinducedJcollapseJofJhydrophobicJparticles[JProceedingsnofnthenNationalnAcademynofn
SciencesnofnthenUnitednStatesnofnAmericaVJ2003VJbaaVJbbjfdWi 11.5 245

130 uevelopmentJofJaJpolarizableJforceJfieldJforJproteinsJviaJabJinitioJquantumJchemistrykJfirstJ
generationJmodelJandJgasJphaseJtests[JJournalnofnComputationalnChemistryVJ2002VJcdVJbfbfWdb 3.5 276

129 tanJaJcontinuumJsolventJmodelJreproduceJtheJfreeJenergyJlandscapeJofJaJbetaJWhairpinJfoldingJinJ
waterp[JProceedingsnofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2002VJjjVJbchhhWic11.5 308

128
TheJcalculationJofJtransportJpropertiesJinJquantumJliquidsJusingJtheJmaximumJentropyJnumericalJ
analyticJcontinuationJmethodkJapplicationJtoJliquidJparaWhydrogen[JProceedingsnofnthenNationaln
AcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2002VJjjVJbbcjWdd

11.5 88

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

126 yelixJUnfoldingJandJzntramolecularJyydrogenJsondJuynamicsJinJβmallJ˛–WyelicesJinJvxplicitJβolvent[J
JournalnofnPhysicalnChemistrynBVJ2002VJbagVJbaheiWbahfc 3.4 32

125 “ultipleJâ��timeJstepâ��J“onteJtarlo[JJournalnofnChemicalnPhysicsVJ2002VJbbhVJicadWicah 3.9 41

124 tanJWaterJ olarizabilityJseJzgnoredJinJyydrogenJsondJ‘ineticsp[JJournalnofnPhysicalnChemistrynBVJ
2002VJbagVJcafeWcaga 3.4 183

123 TheJfreeJenergyJlandscapeJforJbetaJhairpinJfoldingJinJexplicitJwater[JProceedingsnofnthenNationaln
AcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2001VJjiVJbejdbWg 11.5 458

122 vfficientJmultipleJtimeJstepJmethodJforJuseJwithJvwaldJandJparticleJmeshJvwaldJforJlargeJ
biomolecularJsystems[JJournalnofnChemicalnPhysicsVJ2001VJbbfVJcdeiWcdfi 3.9 104

121 −uantumJeffectsJinJliquidJwaterkJ athWintegralJsimulationsJofJaJflexibleJandJpolarizableJabJinitioJ
model[JJournalnofnChemicalnPhysicsVJ2001VJbbfVJhgccWhgci 3.9 147

120 tombinedJfluctuatingJchargeJandJpolarizableJdipoleJmodelskJrpplicationJtoJaJfiveWsiteJwaterJ
potentialJfunction[JJournalnofnChemicalnPhysicsVJ2001VJbbfVJccdhWccfb 3.9 256

119 −uantumJtimeJcorrelationJfunctionsJfromJcomplexJtimeJ“onteJtarloJsimulationskJrJmaximumJ
entropyJapproach[JJournalnofnChemicalnPhysicsVJ2001VJbbeVJbahfWbaii 3.9 45

118 slueJxenekJrJvisionJforJproteinJscienceJusingJaJpetaflopJsupercomputer[JIBMnSystemsnJournalVJ2001VJ
eaVJdbaWdch 175
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117 yydrogenWsondJ‘ineticsJinJtheJβolvationJβhellJofJaJ olypeptide[JJournalnofnPhysicalnChemistrynBVJ
2001VJbafVJbbjcjWbbjdc 3.4 206

116 −uantumJαateJtonstantsJfromJβhortWTimeJuynamicskJJrnJrnalyticJtontinuationJrpproachâ� [JJournaln
ofnPhysicalnChemistrynAVJ2001VJbafVJciceWcidd 2.8 48

115 −uantumJThermalJrnnealingJwithJαenormalizationkJJrpplicationJtoJaJwrustratedJ“odelJ rotein[J
JournalnofnPhysicalnChemistrynAVJ2001VJbafVJefjWege 2.8 21

114  erspectiveJonJâ��βtatisticalJmechanicsJofJisomerizationJdynamicsJinJliquidsJandJtheJtransitionJstateJ
approximationâ��[JTheoreticalnChemistrynAccountsVJ2000VJbadVJddfWddg 1.9 1

113 “ulticanonicalJjumpJwalkJannealingkJrnJefficientJmethodJforJgeometricJoptimization[JJournalnofn
ChemicalnPhysicsVJ2000VJbbcVJchabWchai 3.9 27

112 −uantumJmechanicalJcanonicalJrateJtheorykJrJnewJapproachJbasedJonJtheJreactiveJfluxJandJ
numericalJanalyticJcontinuationJmethods[JJournalnofnChemicalnPhysicsVJ2000VJbbcVJcgafWcgbe 3.9 69

111 tatalyticJtemperingkJrJmethodJforJsamplingJroughJenergyJlandscapesJbyJ“onteJtarlo[JProceedingsn
ofnthenNationalnAcademynofnSciencesnofnthenUnitednStatesnofnAmericaVJ2000VJjhVJbbbgeWj 11.5 21

110 αabaniVJgezelterVJandJberneJreplyk[JPhysicalnReviewnLettersVJ2000VJifVJegh 7.4 7

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

108 “ulticanonicalJjumpJwalkingkJrJmethodJforJefficientlyJsamplingJroughJenergyJlandscapes[JJournaln
ofnChemicalnPhysicsVJ1999VJbbaVJbacjjWbadag 3.9 37

107 αealJtimeJquantumJcorrelationJfunctions[Jz[JtentroidJmolecularJdynamicsJofJanharmonicJsystems[J
JournalnofnChemicalnPhysicsVJ1999VJbbbVJjbeaWjbeg 3.9 30

106
TheJdependenceJofJtheJrateJconstantJforJisomerizationJonJtheJcompetitionJbetweenJintramolecularJ
vibrationalJrelaxationJandJenergyJtransferJtoJtheJbathkJrJstochasticJmodel[JJournalnofnChemicaln
PhysicsVJ1999VJbbaVJbafdWbaga

3.9 8

105  athWintegralJdiffusionJ“onteJtarlokJtalculationJofJobservablesJofJmanyWbodyJsystemsJinJtheJ
groundJstate[JJournalnofnChemicalnPhysicsVJ1999VJbbaVJgbedWgbfd 3.9 18

104 talculatingJtheJhoppingJrateJforJdiffusionJinJmolecularJliquidskJtβc[JJournalnofnChemicalnPhysicsVJ
1999VJbbaVJdeeeWdefc 3.9 23

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

102 βecondW–rderJαeentrantJ haseJTransitionJinJtheJ−uantumJrnisotropicJ lanarJαotorJ“odel[JPhysicaln
ReviewnLettersVJ1999VJidVJegagWegaj 7.4 11

101 vlectronicJpropertiesJofJtdβeJnanocrystalsJinJtheJabsenceJandJpresenceJofJaJdielectricJmedium[J
JournalnofnChemicalnPhysicsVJ1999VJbbaVJfdffWfdgj 3.9 209

100
αealJtimeJquantumJcorrelationJfunctions[Jzz[J“aximumJentropyJnumericalJanalyticJcontinuationJofJ
pathJintegralJ“onteJtarloJandJcentroidJmolecularJdynamicsJdata[JJournalnofnChemicalnPhysicsVJ1999VJ
bbbVJjbehWjbfg

3.9 45

(1999-2001)
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99 ”onradiativeJrelaxationJprocessesJinJcondensedJphaseskJ−uantumJversusJclassicalJbaths[JJournalnofn
ChemicalnPhysicsVJ1999VJbbaVJfcdiWfcei 3.9 60

98  arametrizingJaJpolarizableJforceJfieldJfromJabJinitioJdata[Jz[JTheJfluctuatingJpointJchargeJmodel[J
JournalnofnChemicalnPhysicsVJ1999VJbbaVJhebWhfe 3.9 225

97 tlassicalJrpproximationJtoJ”onradiativeJvlectronicJαelaxationJinJtondensedJ haseJβystems[J
JournalnofnPhysicalnChemistrynAVJ1999VJbadVJjfdjWjfee 2.8 36

96 wluctuatingJthargeVJ olarizableJuipoleVJandJtombinedJ“odelskJJ arameterizationJfromJabJznitioJ
−uantumJthemistry[JJournalnofnPhysicalnChemistrynBVJ1999VJbadVJehdaWehdh 3.4 239
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93 vnergyJuissipationJinJ”onlinearJβystemsJtoupledJtoJaJsathk´ J–nJtheJUseJofJ erturbativeJ“aps[J
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88 αesponseJtoJâ��tommentJonJaJcritiqueJofJtheJinstantaneousJnormalJmodeJRz”“SJapproachJtoJ
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B J Berne

8



81 βolvationJandJreorganizationJenergiesJinJpolarizableJmolecularJandJcontinuumJsolvents[JJournalnofn
ChemicalnPhysicsVJ1997VJbagVJcdhcWcdih 3.9 63
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66 rctivatedJrateJprocesseskJTheJreactiveJfluxJmethodJforJoneWdimensionalJsurfaceJdiffusion[JJournaln
ofnChemicalnPhysicsVJ1995VJbacVJeadhWeaff 3.9 27
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