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134 zomputationalMxmperometryMofMNanoscaleMzapacitorsMinMMolecularMSimulationsdMJournaloofoPhysicalo
ChemistryoLettersbM2021bMghbMkilnckimg 6.4 5

133 –lectriccfieldcbasedMPoissoncyoltzmannMtheoryqMTreatingMmobileMchargeMasMpolarizationdMPhysicalo
ReviewoEbM2021bMgfibMfhhofi 2.4 1

132 zhemomechanicalMequilibriumMatMtheMinterfaceMbetweenMaMsimpleMelasticMsolidMandMitsMliquidMphaseddM
JournaloofoChemicaloPhysicsbM2021bMgllbMhkknfg 3.9 0

131 yandMpositionsMofManataseMVffgWMandMVgfgWMsurfacesMinMcontactMwithMwaterMfromMdensityMfunctionalM
theorydMJournaloofoChemicaloPhysicsbM2020bMglhbMgpknfm 3.9 1

130 –lectromechanicsMofMtheMliquidMwaterMvapourMinterfacedMPhysicaloChemistryoChemicaloPhysicsbM2020bM
hhbMgfmnmcgfmom 3.6 11

129 ModellingMelectrochemicalMsystemsMwithMfiniteMfieldMmolecularMdynamicsdMJPhysoEnergybM2020bMhbMfihffl 4.9 32

128 ThermodynamicMInvestigationMofMProtone–lectronMInterplayMonMtheMPourbaixM†iagramMatMtheM
TiOhe–lectrolyteMInterfacedMJournaloofoPhysicaloChemistryoCbM2020bMghkbMgpfficgpfgk 3.8 7

127
zomputingMSurfaceMxcidityMzonstantsMofMProtonM₂oppingMGroupsMfromM†ensityM unctionalM
TheorycyasedMMolecularM†ynamicsqMxpplicationMtoMtheMSnOVggfWe₂OMInterfacedMJournaloofoChemicalo
TheoryoandoComputationbM2020bMgmbMmlhfcmlhn

6.4 8

126 zouplingMofMSurfaceMzhemistryMandM–lectricM†oubleMLayerMatMTiOM–lectrochemicalMInterfacesdMJournalo
ofoPhysicaloChemistryoLettersbM2019bMgfbMiongcionm 6.4 36

125  initeMfieldMformalismMforMbulkMelectrolyteMsolutionsdMJournaloofoChemicaloPhysicsbM2019bMglgbMfmklfm 3.9 10

124 SimulatingM–lectrochemicalMSystemsMbyMzombiningMtheM initeM ieldMMethodMwithMaMzonstantM
PotentialM–lectrodedMPhysicaloReviewoLettersbM2019bMghibMgpllfg 7.4 30

123  initeMelectricMdisplacementMsimulationsMofMpolarMionicMsolidcelectrolyteMinterfacesqMxpplicationMtoM
NazlVgggWeaqueousMNazlMsolutiondMJournaloofoChemicaloPhysicsbM2019bMglfbMfkgngm 3.9 14

122  initeMMaxwellMfieldMandMelectricMdisplacementM₂amiltoniansMderivedMfromMaMcurrentMdependentM
LagrangiandMMolecularoPhysicsbM2018bMggmbMiggkcighf 1.7 9

121 –ffectsMofMthirdcorderMsusceptibilityMinMsumMfrequencyMgenerationMspectraqMaMmolecularMdynamicsM
studyMinMliquidMwaterdMPhysicaloChemistryoChemicaloPhysicsbM2018bMhfbMifkfcifli 3.6 53

120 zhargeMcompensationMatMtheMinterfaceMbetweenMtheMpolarMNazlVgggWMsurfaceMandMaMNazlMaqueousM
solutiondMJournaloofoChemicaloPhysicsbM2017bMgknbMgfknfh 3.9 15

119 zomputingMtheMdielectricMconstantMofMliquidMwaterMatMconstantMdielectricMdisplacementdMPhysicalo
ReviewoBbM2016bMpibM 3.3 33

118 †ensityM unctionalMTheoryMzalculationMofMtheMyandMxlignmentMofMVgfgMfWMInVxWGaVgcxWNeWaterM
InterfacesdMJournaloofoPhysicaloChemistryoBbM2016bMghfbMgphocip 3.4 11
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117
zomputingMtheMKirkwoodMgc actorMbyMzombiningMzonstantMMaxwellM–lectricM ieldMandM–lectricM
†isplacementMSimulationsqMxpplicationMtoMtheM†ielectricMzonstantMofMLiquidMWaterdMJournaloofo
PhysicaloChemistryoLettersbM2016bMnbMhmpmcnfg

6.4 50

116  initeMfieldMmethodsMforMtheMsupercellMmodelingMofMchargedMinsulatoreelectrolyteMinterfacesdMPhysicalo
ReviewoBbM2016bMpkbM 3.3 30

115 –lectronicM–nergyMLevelsMandMyandMxlignmentMforMxqueousMPhenolMandMPhenolateMfromM irstM
PrinciplesdMJournaloofoPhysicaloChemistryoBbM2015bMggpbMpmlgcmf 3.4 15

114 TemperatureMdependenceMofMinterfacialMstructuresMandMacidityMofMclayMedgeMsurfacesdMGeochimicaoEto
CosmochimicaoActabM2015bMgmfbMpgcpp 5.5 20

113 InterfacialMstructuresMandMacidityMofMedgeMsurfacesMofMferruginousMsmectitesdMGeochimicaoEto
CosmochimicaoActabM2015bMgmobMhpicifg 5.5 25

112 xqueousMtransitioncmetalMcationsMasMimpuritiesMinMaMwideMgapMoxideqMtheMzuVhaWezuVaWMandM
xgVhaWexgVaWMredoxMcouplesMrevisiteddMJournaloofoPhysicaloChemistryoBbM2015bMggpbMgglhcmi 3.4 22

111 ReductiveM₂ydrogenationMofMtheMxqueousMRutileMTiOhVggfWMSurfacedMElectrochimicaoActabM2015bMgnpbMmlocmmn6.7 18

110 TheMtemperatureMdependenceMofMtheMsymmetryMfactorMforMaMmodelM eiaVaqWe ehaVaqWMredoxMhalfM
reactiondMMolecularoPhysicsbM2015bMggibMhkmichknl 1.7 2

109 MolecularMsimulationMstudyMofMhydratedMNacrectoritedMLangmuirbM2015bMigbMhffocgi 4 12

108 ModelingMtheMOxygenM–volutionMReactionMonMMetalMOxidesqMTheMInfuenceMofMUnrestrictedM† TM
zalculationsdMJournaloofoPhysicaloChemistryoCbM2014bMggobMkfplckgfh 3.8 81

107 RedoxMpotentialsMandMacidityMconstantsMfromMdensityMfunctionalMtheoryMbasedMmolecularMdynamicsdM
AccountsoofoChemicaloResearchbM2014bMknbMilhhcp 24.3 134

106 IdentifyingMTrappedM–lectronicM₂olesMatMtheMxqueousMTiOhMInterfacedMJournaloofoPhysicaloChemistryoCbM
2014bMggobMlkinclkkk 3.8 72

105 SolutecSolventMzhargecTransferM–xcitationsMandMOpticalMxbsorptionMofM₂ydratedM₂ydroxideMfromM
Timec†ependentM†ensityc unctionalMTheorydMJournaloofoChemicaloTheoryoandoComputationbM2014bMgfbMhkmlcnf6.4 3

104 SurfaceMacidityMofMhqgctypeMdioctahedralMclayMmineralsMfromMfirstMprinciplesMmolecularMdynamicsM
simulationsdMGeochimicaoEtoCosmochimicaoActabM2014bMgkfbMkgfckgn 5.5 63

103 xligningM–lectronicMandMProtonicM–nergyMLevelsMofMProtonczoupledM–lectronMTransferMinMWaterM
OxidationMonMxqueousMTiOhdMAngewandteoChemiebM2014bMghmbMghhkhcghhkm 3.6 13

102 TheMionizationMpotentialMofMaqueousMhydroxideMcomputedMusingMmanycbodyMperturbationMtheorydM
JournaloofoChemicaloPhysicsbM2014bMgkgbMfiklfg 3.9 32

101 xligningMelectronicMandMprotonicMenergyMlevelsMofMprotonccoupledMelectronMtransferMinMwaterM
oxidationMonMaqueousMTiOâ��dMAngewandteoChemieo-oInternationaloEditionbM2014bMlibMghfkmclf 16.4 64

100 UnderstandingMsurfaceMacidityMofMgibbsiteMwithMfirstMprinciplesMmolecularMdynamicsMsimulationsdM
GeochimicaoEtoCosmochimicaoActabM2013bMghfbMkonckpl 5.5 46
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99 xcidityMofMedgeMsurfaceMsitesMofMmontmorilloniteMandMkaolinitedMGeochimicaoEtoCosmochimicaoActabM
2013bMggnbMgofcgpf 5.5 146

98 ₂ydrationbMacidityMandMmetalMcomplexingMofMpolysulfideMspeciesqMxMfirstMprinciplesMmolecularM
dynamicsMstudydMChemicaloPhysicsoLettersbM2013bMlmibMpcgk 2.5 12

97
VibrationalMSumM requencyMGenerationMSpectroscopyMofMtheMWaterMLiquidcVaporMInterfaceMfromM
†ensityM unctionalMTheorycyasedMMolecularM†ynamicsMSimulationsdMJournaloofoPhysicaloChemistryo
LettersbM2013bMkbMoicn

6.4 128

96 SolutionMStructuresMandMxcidityMzonstantsMofMMolybdicMxciddMJournaloofoPhysicaloChemistryoLettersbM
2013bMkbMhphmchpif 6.4 33

95 xlignmentMofMelectronicMenergyMlevelsMatMelectrochemicalMinterfacesdMPhysicaloChemistryoChemicalo
PhysicsbM2012bMgkbMgghklcmn 3.6 185

94  reeMenergiesMofMabsorptionMofMalkaliMionsMontoMbeidelliteMandMmontmorilloniteMsurfacesMfromM
constrainedMmolecularMdynamicsMsimulationsdMGeochimicaoEtoCosmochimicaoActabM2012bMpgbMgfpcggp 5.5 30

93 xbsoluteMacidityMofMclayMedgeMsitesMfromMabcinitioMsimulationsdMGeochimicaoEtoCosmochimicaoActabM
2012bMpkbMgcgg 5.5 74

92 TheMSilicacWaterMInterfaceqM₂owMtheMSilanolsM†etermineMtheMSurfaceMxcidityMandMModulateMtheMWaterM
PropertiesdMJournaloofoChemicaloTheoryoandoComputationbM2012bMobMgfinckn 6.4 279

91 OxideewaterMinterfacesqMhowMtheMsurfaceMchemistryMmodifiesMinterfacialMwaterMpropertiesdMJournaloofo
PhysicsoCondensedoMatterbM2012bMhkbMghkgfm 1.8 90

90 xqueousMRedoxMzhemistryMandMtheM–lectronicMyandMStructureMofMLiquidMWaterdMJournaloofoPhysicalo
ChemistryoLettersbM2012bMibMikggcl 6.4 67

89 ₂oleMLocalizationMandMThermochemistryMofMOxidativeM†ehydrogenationMofMxqueousMRutileM
TiOhVggfWdMChemCatChembM2012bMkbMmimcmkf 5.2 56

88 xctivationMenergyMforMaMmodelMferrouscferricMhalfMreactionMfromMtransitionMpathMsamplingdMJournaloofo
ChemicaloPhysicsbM2012bMgimbMfiklfm 3.9 10

87 xbsoluteMpKaMValuesMandMSolvationMStructureMofMxminoMxcidsMfromM†ensityM unctionalMyasedM
MolecularM†ynamicsMSimulationdMJournaloofoChemicaloTheoryoandoComputationbM2011bMnbMgplgcmg 6.4 70

86 TheMoxidationMofMtyrosineMandMtryptophanMstudiedMbyMaMmolecularMdynamicsMnormalMhydrogenM
electrodedMJournaloofoChemicaloPhysicsbM2011bMgikbMhkklfo 3.9 98

85 xcidityMconstantsMfromM† TcbasedMmolecularMdynamicsMsimulationsdMJournaloofoPhysicsoCondensedo
MatterbM2010bMhhbMhokggm 1.8 47

84 xligningMelectronicMenergyMlevelsMatMtheMTiOhe₂hOMinterfacedMPhysicaloReviewoBbM2010bMohbM 3.3 108

83 xcidityMofMtheMxqueousMRutileMTiOhVggfWMSurfaceMfromM†ensityM unctionalMTheoryMyasedMMolecularM
†ynamicsdMJournaloofoChemicaloTheoryoandoComputationbM2010bMmbMoofcp 6.4 159

82 TheMelectronMattachmentMenergyMofMtheMaqueousMhydroxylMradicalMpredictedMfromMtheMdetachmentM
energyMofMtheMaqueousMhydroxideManiondMJournaloofotheoAmericanoChemicaloSocietybM2009bMgigbMmfkmcn 16.4 45
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81 RedoxMpotentialsMandMpKaMforMbenzoquinoneMfromMdensityMfunctionalMtheoryMbasedMmolecularM
dynamicsdMJournaloofoChemicaloPhysicsbM2009bMgigbMglklfk 3.9 138

80 xcidityMconstantsMfromMverticalMenergyMgapsqMdensityMfunctionalMtheoryMbasedMmolecularMdynamicsM
implementationdMPhysicaloChemistryoChemicaloPhysicsbM2008bMgfbMlhiockp 3.6 113

79 xMclassicalMpointMchargeMmodelMstudyMofMsystemMsizeMdependenceMofMoxidationMandMreorganizationM
freeMenergiesMinMaqueousMsolutiondMJournaloofoPhysicaloChemistryoBbM2008bMgghbMhlncmp 3.4 45

78  irstMPrinciplesMStudyMofMxlkalicTyrosineMzomplexesqMxlkaliMSolvationMandMRedoxMPropertiesdMJournalo
ofoChemicaloTheoryoandoComputationbM2008bMkbMgfkpclm 6.4 12

77 zalculationMofMredoxMpropertiesqMunderstandingMshortcMandMlongcrangeMeffectsMinMrubredoxindMJournalo
ofoPhysicaloChemistryoBbM2007bMgggbMipmpcnm 3.4 81

76 RedoxMfreeMenergiesMandMonecelectronMenergyMlevelsMinMdensityMfunctionalMtheoryMbasedMabMinitioM
molecularMdynamicsdMJournaloofoElectroanalyticaloChemistrybM2007bMmfnbMggicghf 4.1 35

75  reeMenergyMcalculationMofMwaterMadditionMcoupledMtoMreductionMofMaqueousMRuOkcdMJournaloofo
ChemicaloPhysicsbM2007bMghmbMhfklfm 3.9 25

74 –lectronMTransferMPropertiesMfromMxtomisticMSimulationsMandM†ensityM unctionalMTheorydMChimiabM
2007bMmgbMgllcglo 1.3 6

73  romMsolventMfluctuationsMtoMquantitativeMredoxMpropertiesMofMquinonesMinMmethanolMandM
acetonitriledMAngewandteoChemieo-oInternationaloEditionbM2006bMklbMgpimco 16.4 25

72
†iabaticMfreeMenergyMcurvesMandMcoordinationMfluctuationsMforMtheMaqueousMxgaxghaMredoxMcoupleqM
aMbiasedMyorncOppenheimerMmolecularMdynamicsMinvestigationdMJournaloofoChemicaloPhysicsbM2006bM
ghkbMmklfn

3.9 100

71 LigandM ieldM–ffectsMonMtheMxqueousMRuVIIIWeRuVIIWMRedoxMzoupleMfromManMxllcxtomM†ensityM
 unctionalMTheoryMPerspectivedMJournaloofoChemicaloTheoryoandoComputationbM2006bMhbMgkficgl 6.4 26

70 †ensityMfunctionalMtheoryMstudyMofMtetrathiafulvaleneMandMthianthreneMinMacetonitrileqMstructurebM
dynamicsbMandMredoxMpropertiesdMJournaloofoPhysicaloChemistryoBbM2006bMggfbMimgkchi 3.4 37

69
LongcrangeMsolventMeffectsMonMtheMorbitalMinteractionMmechanismMofMwaterMacidityMenhancementMinM
metalMionMsolutionsqMaMcomparativeMstudyMofMtheMelectronicMstructureMofMaqueousMMgMandMZnM
dicationsdMJournaloofoPhysicaloChemistryoBbM2006bMggfbMggkkkcli

3.4 41

68 xMmolecularMdynamicsMstudyMofMtheMhydroxylMradicalMinMsolutionMapplyingMselfcinteractionccorrectedM
densityMfunctionalMmethodsdMPhysicaloChemistryoChemicaloPhysicsbM2005bMnbMgimicn 3.6 146

67 xbMinitioMmolecularMdynamicsMsimulationMofMtheMaqueousMRuhaeRuiaMredoxMreactionqMtheMMarcusM
perspectivedMJournaloofoPhysicaloChemistryoBbM2005bMgfpbMmnpicofk 3.4 79

66
TimecdependentMdensityMfunctionalMtheoryMdescriptionMofMoncsiteMelectronMrepulsionMandMligandMfieldM
effectsMinMtheMopticalMspectrumMofMhexaaquorutheniumVIIWMinMsolutiondMJournaloofoPhysicaloChemistryoB
bM2005bMgfpbMghhhhcm

3.4 5

65 xbMinitioMmolecularMdynamicsMsimulationMofMredoxMreactionsMinMsolutiondMComputeroPhysicso
CommunicationsbM2005bMgmpbMhlmchmg 4.2 33

64 TheMinfluenceMofMtemperatureMandMdensityMfunctionalMmodelsMinMabMinitioMmolecularMdynamicsM
simulationMofMliquidMwaterdMJournaloofoChemicaloPhysicsbM2005bMghhbMgklgl 3.9 417
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63 OnMtheMpositionMofMtheMhighestMoccupiedMmolecularMorbitalMinMaqueousMsolutionsMofMsimpleMionsdM
ChemPhysChembM2005bMmbMgoflco 3.2 30

62 TowardMaMMonteMzarloMprogramMforMsimulatingMvaporâ��liquidMphaseMequilibriaMfromMfirstMprinciplesdM
ComputeroPhysicsoCommunicationsbM2005bMgmpbMhopchpk 4.2 25

61 †ensitycfunctionalMmolecularcdynamicsMstudyMofMtheMredoxMreactionsMofMtwoManionicbMaqueousM
transitioncmetalMcomplexesdMJournaloofoChemicaloPhysicsbM2005bMghhbMhiklfl 3.9 81

60 †ensityMfunctionalMcalculationMofMtheMelectronicMabsorptionMspectrumMofMzuaMandMxgaMaquaMionsdM
JournaloofoChemicaloPhysicsbM2004bMghgbMggoolcpp 3.9 40

59 ₂artreeâ�� ockMexchangeMinMtimeMdependentMdensityMfunctionalMtheoryqMapplicationMtoMchargeMtransferM
excitationsMinMsolvatedMmolecularMsystemsdMChemicaloPhysicsoLettersbM2004bMipkbMgkgcgkm 2.5 49

58  reeM–nergyMofMOxidationMofMMetalMxquaMIonsMbyManM–nforcedMzhangeMofMzoordinationâ� dMJournaloofo
PhysicaloChemistryoBbM2004bMgfobMmlhpcmlil 3.4 41

57 xbMInitioMMolecularM†ynamicsMStudyMofMUracilMinMxqueousMSolutiondMJournaloofoPhysicaloChemistryoBbM
2004bMgfobMnklocnkmn 3.4 67

56 –lectronicMstructureMandMsolvationMofMcopperMandMsilverMionsqMaMtheoreticalMpictureMofMaMmodelM
aqueousMredoxMreactiondMJournaloofotheoAmericanoChemicaloSocietybM2004bMghmbMiphocio 16.4 183

55 LiquidMWaterMfromM irstMPrinciplesq´ MInvestigationMofM†ifferentMSamplingMxpproachesdMJournaloofo
PhysicaloChemistryoBbM2004bMgfobMghppfcghppo 3.4 309

54 TimeMdependentMdensityMfunctionalMtheoryMstudyMofMchargectransferMandMintramolecularMelectronicM
excitationsMinMacetoneâ��waterMsystemsdMJournaloofoChemicaloPhysicsbM2003bMggpbMghkgncghkig 3.9 128

53 ThermalMversusMelectronicMbroadeningMinMtheMdensityMofMstatesMofMliquidMwaterdMChemicaloPhysicso
LettersbM2003bMinmbMmocnk 2.5 56

52 xbMInitioMMolecularM†ynamicsMzomputationMofMtheMInfraredMSpectrumMofMxqueousMUracildMJournaloofo
PhysicaloChemistryoBbM2003bMgfnbMgfikkcgfilo 3.4 227

51 TheoreticalMpKaMestimatesMforMsolvatedMPVO₂WlMfromMcoordinationMconstrainedMzarâ��ParrinelloM
molecularMdynamicsdMPhysicaloChemistryoChemicaloPhysicsbM2003bMlbMhmghchmgo 3.6 38

50 MolecularMdynamicsMstudyMofMelectronMgasMmodelsMforMliquidMwaterdMMolecularoPhysicsbM2003bMgfgbMggoicggpo1.7 11

49 zonstrainedMreactionMcoordinateMdynamicsMforMsystemsMwithMconstraintsdMMolecularoPhysicsbM2003bM
gfgbMhoolchopk 1.7 29

48 xbMinitioMmolecularMdynamicsMforMmoleculesMwithMvariableMnumbersMofMelectronsdMPhysicaloReviewo
LettersbM2002bMoobMhgiffh 7.4 77

47 –lectronicMpropertiesMofMhardMandMsoftMionsMinMsolutionqMxqueousMNaaMandMxgaMcompareddMJournaloofo
ChemicaloPhysicsbM2001bMgglbMiklkcikmo 3.9 78

46 zomputationMofMtheMpKMofMliquidMwaterMusingMcoordinationMconstraintsdMChemicaloPhysicsbM2000bMhlobMgipcglf2.3 141
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45 –lectronicMexcitationMspectraMfromMtimecdependentMdensityMfunctionalMresponseMtheoryMusingM
planecwaveMmethodsdMChemicaloPhysicsoLettersbM2000bMiifbMlmiclmp 2.5 23

44 xbMinitiomolecularMdynamicsMsimulationMofMliquidsMandMsolutionsdMJournaloofoPhysicsoCondensedo
MatterbM2000bMghbMxgmgcxgmi 1.8 11

43 KeyMStepsMofMtheMciscPlatinc†NxMInteractionqMM†ensityM unctionalMTheorycyasedMMolecularM†ynamicsM
SimulationsdMJournaloofoPhysicaloChemistryoBbM2000bMgfkbMohicoil 3.4 158

42 ₂ydrogenM–liminationMandMSolidcStateMReactionMinM₂ydrogencyondedMSystemsMunderMPressureqMMTheM
zaseMofM₂yrdMJournaloofoPhysicaloChemistryoBbM2000bMgfkbMggofgcggofk 3.4 6

41 NewMgeneralizedMgradientMapproximationMfunctionalsdMJournaloofoChemicaloPhysicsbM2000bMgghbMgmnfcgmno 3.9 312

40 PressurecinducedMstructuralMchangesMofM₂yrdMPhysicaoB:oCondensedoMatterbM1999bMhmlbMgfgcgfk 2.8 3

39 PressurecinducedMstructuralMandMchemicalMchangesMofMsolidM₂yrdMJournaloofoChemicaloPhysicsbM1999bM
gggbMglplcgmfn 3.9 18

38 xbMInitioMMolecularM†ynamicsMStudyMofMtheMReactionMofMWaterMwithM ormaldehydeMinMSulfuricMxcidM
SolutiondMJournaloofotheoAmericanoChemicaloSocietybM1998bMghfbMmiklcmill 16.4 81

37 zoordinationMnumbersMasMreactionMcoordinatesMinMconstrainedMmolecularMdynamicsdMFaradayo
DiscussionsbM1998bMggfbMkinckkl 3.6 94

36 LivingMpolymersdMJournaloofotheoChemicaloSociety,oFaradayoTransactionsbM1998bMpkbMlfgclfo 20

35 xM†ensityM unctionalMStudyMofMtheMxdditionMofMWaterMtoMSOiinMtheMGasMPhaseMandMinMxqueousM
SolutiondMJournaloofoPhysicaloChemistryoAbM1998bMgfhbMhopichopo 2.8 70

34  reeMenergyMfromMconstrainedMmolecularMdynamicsdMJournaloofoChemicaloPhysicsbM1998bMgfpbMnnincnnkk 3.9 633

33 PressureM–ffectsMonM₂ydrogenMyondingMinMtheM†isorderedMPhaseMofMSolidM₂yrdMPhysicaloReviewo
LettersbM1998bMogbMkkgmckkgp 7.4 18

32 StructureMofMSolidMPolyVtetrafluoroethyleneWqMMxMzomputerMSimulationMStudyMofMzhainMOrientationalbM
TranslationalbMandMzonformationalM†isorderdMJournaloofoPhysicaloChemistryoBbM1997bMgfgbMhnklchnkp 3.4 37

31 †ensityM unctionalMTheorycyasedMMolecularM†ynamicsMSimulationMofMxcidczatalyzedMzhemicalM
ReactionsMinMLiquidMTrioxanedMJournaloofotheoAmericanoChemicaloSocietybM1997bMggpbMnhgocnhhp 16.4 82

30 xbMinitioMmolecularMdynamicsMofMionMsolvationdMTheMcaseMofMyehaMinMwaterdMChemicaloPhysicsoLettersbM
1997bMhnibMimfcimm 2.5 144

29 xbMinitioMmolecularMdynamicsMsimulationMofMliquidMwaterqMzomparisonMofMthreeMgradientccorrectedM
densityMfunctionalsdMJournaloofoChemicaloPhysicsbM1996bMgflbMggkhcgglh 3.9 562

28 xMdensitycfunctionalMstudyMofMtheMintermolecularMinteractionsMofMbenzenedMJournaloofoChemicalo
PhysicsbM1996bMgflbMomokcomop 3.9 224

(1996-2000)
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27 TheMtorsionalMpotentialMofMperfluoroMncalkanesqMxMdensityMfunctionalMstudydMJournaloofoChemicalo
PhysicsbM1996bMgfkbMimphcinff 3.9 48

26 xbMinitiomolecularMdynamicsMsimulationMofMliquidsMandMsolutionsdMJournaloofoPhysicsoCondensedo
MatterbM1996bMobMpkflcpkfp 1.8 23

25 InfluenceMofMsurfaceMtopologyMandMelectrostaticMpotentialMonMwatereelectrodeMsystemsdMJournaloofo
ChemicaloPhysicsbM1995bMgfhbMlggclhk 3.9 268

24
zompetingMinteractionsMinMselfcassembledMmonolayersMcontainingMpeptideMgroupsqMmolecularM
dynamicsMstudiesMofMlongcchainMperfluoroMmercaptansMonMxuVgggWdMJournaloofoMaterialsoChemistrybM
1994bMkbMnpicofi

7

23 MolecularMdynamicsMsimulationMofManMaqueousMsodiumMoctanoateMmicelleMusingMpolarizableM
surfactantMmoleculesdMLangmuirbM1993bMpbMpgmcphm 4 105

22 OrientationalMorderingMinMsolidMznfqMPredictionsMfromMcomputerMsimulationdMPhysicaloReviewoLettersbM
1992bMmpbMgmmfcgmmi 7.4 90

21 OrderingMofMfractionalMmonolayersMofM₂hOMonMNiVggfWdMSurfaceoScienceoLettersbM1992bMhnpbMLgolcLgpf

20  oldingMofMmodelMheteropolymersMbyMconfigurationalcbiasMMonteMzarlodMChemicaloPhysicsoLettersbM
1992bMgppbMhhfchhk 2.5 7

19 ₂ydrogenMbondingMandMtheMstaticMdielectricMconstantMinMliquidMwaterdMJournaloofoChemicaloPhysicsbM
1991bMplbMmnmhcmnmp 3.9 135

18 xdiabaticMdynamicsMofMtheMsolvatedMelectronMinMliquidMammoniadMJournaloofoChemicaloPhysicsbM1989bM
pgbMlmmlclmng 3.9 37

17 xpplicationMofMpathMintegralMsimulationsMtoMtheMstudyMofMelectronMsolvationMinMpolarMfluidsdMComputero
PhysicsoReportsbM1988bMnbMgkncgmm 16

16 xMpolarizableMmodelMforMwaterMusingMdistributedMchargeMsitesdMJournaloofoChemicaloPhysicsbM1988bMopbMnllmcnlmf3.9 445

15 MolecularMmodelMforMaqueousMferrousâ��ferricMelectronMtransferdMJournaloofoChemicaloPhysicsbM1988bMopbMihkocihln3.9 386

14 SolvationMofMelectronsbMatomsMandMionsMinMliquidMammoniadMFaradayoDiscussionsoofotheoChemicalo
SocietybM1988bMolbMini 23

13 OptimizationMofMaMdistributedMGaussianMbasisMsetMusingMsimulatedMannealingqMxpplicationMtoMtheM
adiabaticMdynamicsMofMtheMsolvatedMelectrondMJournaloofoChemicaloPhysicsbM1988bMopbMglphcgmfn 3.9 75

12 –lectronMattachmentMtoMammoniaMclustersqMxMstudyMusingMpathMintegralMMonteMzarloMcalculationsdM
JournaloofoChemicaloPhysicsbM1988bMopbMkpgockphi 3.9 28

11 IonicMsolvationMinMnonaqueousMsolventsqMtheMstructureMofMlithiumMionMandMchlorideMinMmethanolbM
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