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n Paper IF Citations

149 nHfifthVorderHperturbationHcomparisonHofHelectronHcorrelationHtheoriesWHChemicalnPhysicsnLettersUH
1989UHZbdUHadfVae] 2.5 6685

148 taussianV]HQt]RHtheoryHforHmoleculesHcontainingHfirstHandHsecondVrowHatomsWHJournalnofnChemicaln
PhysicsUH1998UHZYfUHddcaVdddc 3.9 2550

147 nssessmentHofHtaussianV[HandHdensityHfunctionalHtheoriesHforHtheHcomputationHofHenthalpiesHofH
formationWHJournalnofnChemicalnPhysicsUH1997UHZYcUHZYc]VZYdf 3.9 1822

146 taussianVaHtheoryWHJournalnofnChemicalnPhysicsUH2007UHZ[cUHYeaZYe 3.9 1466

145 taussianV]HtheoryHusingHreducedHzoXllerV lessetHorderWHJournalnofnChemicalnPhysicsUH1999UHZZYUHadY]VadYf3.9 1117

144 nssessmentHofHtaussianV]HandHdensityHfunctionalHtheoriesHforHaHlargerHexperimentalHtestHsetWH
JournalnofnChemicalnPhysicsUH2000UHZZ[UHd]daVd]e] 3.9 680

143 taussianVaHtheoryHusingHreducedHorderHperturbationHtheoryWHJournalnofnChemicalnPhysicsUH2007UHZ[dUHZ[aZYb3.9 510

142 nssessmentHofHtaussianV[HandHdensityHfunctionalHtheoriesHforHtheHcomputationHofHionizationH
potentialsHandHelectronHaffinitiesWHJournalnofnChemicalnPhysicsUH1998UHZYfUHa[Vbb 3.9 503

141 taussianV]XHQt]XRHtheorygH₃seHofHimprovedHgeometriesUHzeroVpointHenergiesUHandHuartreeâ��sockH
basisHsetsWHJournalnofnChemicalnPhysicsUH2001UHZZaUHZYe 3.9 454

140 ×izeVconsistentHoruecknerHtheoryHlimitedHtoHdoubleHsubstitutionsWHChemicalnPhysicsnLettersUH1989UH
ZcaUHZebVZf[ 2.5 440

139 nssessmentHofHtaussianV]HandHdensityVfunctionalHtheoriesHonHtheHt]XYbHtestHsetHofHexperimentalH
energiesWHJournalnofnChemicalnPhysicsUH2005UHZ[]UHZ[aZYd 3.9 297

138 nccurateHpompositeHandHsragmentVoasedHQuantumHphemicalHzodelsHforHyargeHzoleculesWHChemicaln
ReviewsUH2015UHZZbUHbca]Vdd 68.1 169

137 tnHtheoryWHWileynInterdisciplinarynReviews:nComputationalnMolecularnScienceUH2011UHZUHeZYVe[b 7.9 159

136 zoleculesVinVzoleculesgHnnHrxtrapolatedHsragmentVoasedHnpproachHforHnccurateHpalculationsHonH
yargeHzoleculesHandHzaterialsWHJournalnofnChemicalnTheorynandnComputationUH2011UHdUHZ]]cVa] 6.4 143

135
taussianV[HtheorygH₃seHofHhigherHlevelHcorrelationHmethodsUHquadraticHconfigurationHinteractionH
geometriesUHandHsecondVorderHzoXllerâ�� lessetHzeroVpointHenergiesWHJournalnofnChemicalnPhysicsUH
1995UHZY]UHaZf[Va[YY

3.9 134

134 taussianV]HandHrelatedHmethodsHforHaccurateHthermochemistryWHTheoreticalnChemistrynAccountsUH
2002UHZYeUHcZVdY 1.9 115

133 taussianV]HtheoryHusingHscaledHenergiesWHJournalnofnChemicalnPhysicsUH2000UHZZ[UHZZ[bVZZ][ 3.9 111
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132 ×iliconHrpoxidegH₃nexpectedHvntermediateHduringH×iliconH–xideHsormationWHPhysicalnReviewnLettersUH
1998UHeZUH]fYeV]fZZ 7.4 109

131 nnionsH×tabilizeHrachH–therHinsideHzacrocyclicHuostsWHAngewandtenChemien-nInternationalnEditionUH
2016UHbbUHZaYbdVZaYc[ 16.4 94

130 RoleHofHinterdimerHinteractionsHinH†u]HdissociationHonHsiQZYYRVQ[xZRWHPhysicalnReviewnLettersUH2001UH
ecUHZYacVf 7.4 91

129 nnionHoindingHinH×olutiongHoeyondHtheHrlectrostaticHRegimeWHCheMUH2017UH]UHaZZVa[d 16.2 90

128 nromaticHandHaliphaticHpuHhydrogenHbondsHfightHforHchlorideHwhileHcompetingHalongsideHionHpairingH
withinHtriazolophanesWHChemistryn-nAnEuropeannJournalUH2011UHZdUH]Z[V[Z 4.8 90

127
zanyV–verlappingVoodyHQz–oRHrxpansiongHnHteneralizedHzanyHoodyHrxpansionHforH†ondisjointH
zonomersHinHzolecularHsragmentationHpalculationsHofHpovalentHzoleculesWHJournalnofnChemicaln
TheorynandnComputationUH2012UHeUH[ccfVdb

6.4 88

126 νellVqefinedH†anographeneVRheniumHpomplexHasHanHrfficientHrlectrocatalystHandH hotocatalystH
forH×electiveHp–HReductionWHJournalnofnthenAmericannChemicalnSocietyUH2017UHZ]fUH]f]aV]f]d 16.4 78

125 ×tructuresHofHzo[–yVHandHzo[–yHQyj[UH]UHandHaRHstudiedHbyHanionHphotoelectronHspectroscopyHandH
densityHfunctionalHtheoryHcalculationsWHJournalnofnChemicalnPhysicsUH2005UHZ[[UHYfa]Z] 3.9 73

124 phlorinationHofHhydrogenVterminatedHsiliconHQZZZRHsurfacesWHJournalnofnVacuumnSciencenandn
TechnologynA:nVacuum,nSurfacesnandnFilmsUH2005UH[]UHZZYYVZZYc 2.9 69

123 vnsightsHintoHνorkingH rinciplesHofHRutheniumH olypyridylHqyeV×ensitizedH×olarHpellsHfromHsirstH
 rinciplesHzodelingWHJournalnofnPhysicalnChemistrynCUH2011UHZZbUHa[fdVa]Yc 3.8 64

122 nHzodelHforHtheHpuVqependentH×electivityHofHtheH–xygenHReductionHReactionHrlectrocatalyzedHbyH
†VqopedHtraphiticHparbonWHJournalnofnthenAmericannChemicalnSocietyUH2016UHZ]eUHZ]f[]VZ]f[f 16.4 64

121 vnvestigationHofHtaussianaHtheoryHforHtransitionHmetalHthermochemistryWHJournalnofnPhysicaln
ChemistrynAUH2009UHZZ]UHbZdYVb 2.8 62

120 ₂heHstructureHofHnValkanesgHuighHprecisionHabHinitioHcalculationHandHrelationHtoHvibrationalHspectraWH
JournalnofnChemicalnPhysicsUH1986UHeaUHced[Vcede 3.9 60

119 rlectrocatalyticHoxygenHactivationHbyHcarbanionHintermediatesHofHnitrogenVdopedHgraphiticHcarbonWH
JournalnofnthenAmericannChemicalnSocietyUH2014UHZ]cUH]]beVcZ 16.4 57

118 ₂woHlevelsHofHconformationalHpreVorganizationHconsolidateHstrongHpuHhydrogenHbondsHinH
chlorideVtriazolophaneHcomplexesWHChemicalnCommunicationsUH2011UHadUHbfdfVeZ 5.8 57

117 ntomicHyayerHqepositionHtrowthHReactionsHofHnl[–]HonH×iQZYYRV[ˆ�ZWHJournalnofnPhysicalnChemistrynBUH
2004UHZYeUHaYbeVaYc[ 3.4 56

116 ₂heoreticalH₂hermochemistryHforH–rganicHzoleculesgHqevelopmentHofHtheHteneralizedH
ponnectivityVoasedHuierarchyWHJournalnofnChemicalnTheorynandnComputationUH2011UHdUH[YfaVZY] 6.4 55

115
rlectrostaticHandHnllostericHpooperativityHinHvonV airHoindinggHnHQuantitativeHandHpoupledH
rxperimentV₂heoryH×tudyHwithHnrylV₂riazoleVrtherHzacrocyclesWHJournalnofnthenAmericannChemicaln
SocietyUH2015UHZ]dUHfdacVbd

16.4 54
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114 nllostericHpontrolHofH hotofoldamersHforH×electingHbetweenHnnionHRegulationHandHqoubleVtoV×ingleH
uelixH×witchingWHJournalnofnthenAmericannChemicalnSocietyUH2018UHZaYUHZddZZVZdd[] 16.4 52

113 ntomicHlayerHdepositionHofHnl[–]HonHuVpassivatedH×iWHvWHvnitialHsurfaceHreactionHpathwaysHwithH
uX×iQZYYRV[ˆ�ZWHJournalnofnChemicalnPhysicsUH2003UHZZeUHZY[[ZVZY[[c 3.9 48

112 ×trongHpuWWWhalideHhydrogenHbondsHfromHZU[U]VtriazolesHquantifiedHusingHpreVorganizedHandH
shapeVpersistentHtriazolophanesWHChemPhysChemUH2009UHZYUH[b]bVaY 3.2 46

111 slexibilityHpoexistsHwithH×hapeV ersistenceHinHpyanostarHzacrocyclesWHJournalnofnthenAmericann
ChemicalnSocietyUH2016UHZ]eUHaea]VaebZ 16.4 44

110
rxtrapolationHtoHtheHtoldV×tandardHinHQuantumHphemistrygHpomputationallyHrfficientHandHnccurateH
pp×qQ₂RHrnergiesHforHyarge´ zoleculesH₃singHanHnutomatedH₂hermochemicalHuierarchyWHJournalnofn
ChemicalnTheorynandnComputationUH2013UHfUH]fecVfa

6.4 43

109 nnHoverlookedHyetHubiquitousHfluorideHcongenitorgHbindingHbifluorideHinHtriazolophanesHusingH
computerVaidedHdesignWHJournalnofnthenAmericannChemicalnSocietyUH2014UHZ]cUHbYdeVef 16.4 41

108 ₃nusualHproductsHobservedHinHgasVphaseHνQxR–QyRVHTHu[–HandHq[–HreactionsWHJournalnofnChemicaln
PhysicsUH2009UHZ]YUHZ[a]Za 3.9 41

107 ntomicHlayerHdepositionHofHnl[–]HonHuVpassivatedH×igHnlQpu]R[–uHsurfaceHreactionsHwithH
uX×iQZYYRâ��[ˆ�ZWHPhysicalnReviewnBUH2003UHceUH 3.3 40

106 sromHatomicHtoHmolecularHanionsgHaHneutralHreceptorHcapturesHcyanideHusingHstrongHpVuHhydrogenH
bondsWHChemistryn-nAnEuropeannJournalUH2011UHZdUHfZ[]Vf 4.8 39

105 νaterHreactivityHwithHtungstenHoxidesgHuQ[RHproductionHandHkineticHtrapsWHJournalnofnChemicalnPhysics
UH2009UHZ]ZUHZaa]Y[ 3.9 39

104 QuantumHchemicalHstudiesHofHsemiconductorHsurfaceHchemistryHusingHclusterHmodelsWHMolecularn
PhysicsUH2004UHZY[UH]eZV]f] 1.7 39

103 rlectronicHstructuresHofHzoν–QyRVHandHzoν–QyRHdeterminedHbyHanionHphotoelectronHspectroscopyH
andHqs₂HcalculationsWHJournalnofnChemicalnPhysicsUH2009UHZ]YUHZ[a]Z] 3.9 38

102
†ewHinsightsHonHphotocatalyticHu[HliberationHfromHwaterHusingHtransitionVmetalHoxidesgHlessonsH
fromHclusterHmodelsHofHmolybdenumHandHtungstenHoxidesWHJournalnofnthenAmericannChemicalnSocietyUH
2013UHZ]bUHZdY]fVbZ

16.4 37

101 ndditionHofHwaterHtoHnlb–aVHdeterminedHbyHanionHphotoelectronHspectroscopyHandHquantumH
chemicalHcalculationsWHJournalnofnChemicalnPhysicsUH2005UHZ[[UHZa]Z] 3.9 37

100 rvaluationHofHrnergyHtradientsHandHvnfraredH−ibrationalH×pectraHthroughHzoleculesVinVzoleculesH
sragmentVoasedHnpproachWHJournalnofnChemicalnTheorynandnComputationUH2015UHZZUHfbYVcZ 6.4 33

99 −ibrationalHpircularHqichroismH×pectraHforHyargeHzoleculesHthroughHzoleculesVinVzoleculesH
sragmentVoasedHnpproachWHJournalnofnChemicalnTheorynandnComputationUH2015UHZZUHa[]eVad 6.4 30

98 qimersHofHqimersHQq–qRgHnH†ewHsragmentVoasedHzethodHnppliedHtoHyargeHνaterHplustersWHJournaln
ofnChemicalnTheorynandnComputationUH2014UHZYUHbeVcd 6.4 30

97 ponnectivityVoasedHuierarchyHforHtheoreticalHthermochemistrygHassessmentHusingHwaveH
functionVbasedHmethodsWHJournalnofnPhysicalnChemistrynAUH2012UHZZcUHdb]ZVd 2.8 29
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96 uydrogenHadsorptionHonHphosphorusVrichHQ[ˆ�ZRHindiumHphosphideHQYYZRWHPhysicalnReviewnBUH2002UHcbUH 3.3 29

95
₂erminationHofHtheHνQ[R–QyRHQVRTuQ[R–XqQ[R–VVkνQ[R–QyTZRHQVRTuQ[RXqQ[RHsequentialHoxidationH
reactiongHnnHexplorationHofHkineticHversusHthermodynamicHeffectsWHJournalnofnChemicalnPhysicsUH2009UH
Z]ZUHZaa]Yc

3.9 28

94 vmportanceHofH×tericHrffectsHinHplusterHzodelsHofH×iliconH×urfaceHphemistrygHH–†v–zH×tudiesHofHtheH
ntomicHyayerHqepositionHQnyqRHofHnl[–]HonHuX×iQZZZRâ� WHJournalnofnPhysicalnChemistrynAUH2004UHZYeUH[fe[V[fed2.8 28

93
sragmentVoasedHnpproachHforHtheHrvaluationHofH†zRHphemicalH×hiftsHforHyargeHoiomoleculesH
vncorporatingHtheHrffectsHofHtheH×olventHrnvironmentWHJournalnofnChemicalnTheorynandnComputationUH
2017UHZ]UHZZadVZZbe

6.4 26

92
nnalysisHofHqifferentHsragmentationH×trategiesHonHaH−arietyHofHyargeH eptidesgHvmplementationHofHaH
yowHyevelHofH₂heoryHinHsragmentVoasedHzethodsHpanHoeHaHprucialHsactorWHJournalnofnChemicaln
TheorynandnComputationUH2015UHZZUH[YZ[V[]

6.4 26

91 RamanH–pticalHnctivityH×pectraHforHyargeHzoleculesHthroughHzoleculesVinVzoleculesH
sragmentVoasedHnpproachWHJournalnofnChemicalnTheorynandnComputationUH2016UHZ[UHbebVfa 6.4 26

90 ₂heoreticalHstudyHofHsubstituentHeffectsHonHpuHstretchingHfrequenciesWHJournalnofnChemicalnPhysicsUH
1984UHeZUH[dZdV[d[[ 3.9 24

89 ₂heoreticalH×tudyHofH roteinVyigandHvnteractionsH₃singHtheHzoleculesVinVzoleculesH
sragmentationVoasedHzethodWHJournalnofnChemicalnTheorynandnComputationUH2018UHZaUHbZa]VbZbb 6.4 24

88 ₂heHsuccessfulHmergerHofHtheoreticalHthermochemistryHwithHfragmentVbasedHmethodsHinHquantumH
chemistryWHAccountsnofnChemicalnResearchUH2014UHadUH]bfcVcYa 24.3 23

87 pomparativeHstudyHofHwaterHreactivityHwithHzoâ��–QyRlHandHνâ��–QyRlHclustersgHaHcombinedH
experimentalHandHtheoreticalHinvestigationWHJournalnofnChemicalnPhysicsUH2014UHZaZUHZYa]ZY 3.9 23

86 zolybdenumHoxidesHversusHmolybdenumHsulfidesgHgeometricHandHelectronicHstructuresHofHzoâ��XQyRlH
QXHjH–UH×HandHyHjHcUHfRHclustersWHJournalnofnPhysicalnChemistrynAUH2011UHZZbUH[[fZVc 2.8 23

85 vnVvitroHandHvnVvivoH hotocatalyticHpancerH₂herapyHwithHoiocompatibleHvridiumQvvvRH hotocatalystsWH
AngewandtenChemien-nInternationalnEditionUH2021UHcYUHfadaVfadf 16.4 23

84 ueatsHofHsormationHforHpr–UHpr–[UHandHpr–]gHnnHrxtremeHphallengeHforHolackVooxHpompositeH
 roceduresWHJournalnofnChemicalnTheorynandnComputationUH2012UHeUH]ZbfVcc 6.4 22

83 nnionsH×tabilizeHrachH–therHinsideHzacrocyclicHuostsWHAngewandtenChemieUH2016UHZ[eUHZa[c]VZa[ce 3.6 22

82 nssessmentHofHsragmentationH×trategiesHforHyargeH roteinsH₃singHtheHzultilayerH
zoleculesVinVzoleculesHnpproachWHJournalnofnChemicalnTheorynandnComputationUH2018UHZaUHZ]e]VZ]fa 6.4 21

81 npplicationHofHtheHgeneralizedHconnectivityVbasedHhierarchyHtoHbiomonomersgHenthalpiesHofH
formationHofHcysteineHandHmethionineWHJournalnofnPhysicalnChemistrynAUH2013UHZZdUHafd]VeY 2.8 20

80 ×olvingHtheHqensityHsunctionalHponundrumgHrliminationHofH×ystematicHrrrorsH₂oHqeriveHnccurateH
ReactionHrnthalpiesHofHpomplexH–rganicHReactionsWHOrganicnLettersUH2017UHZfUH[bdcV[bdf 6.2 19

79 uydrogenHevolutionHfromHwaterHthroughHmetalHsulfideHreactionsWHJournalnofnChemicalnPhysicsUH2013UH
Z]fUH[Ya]YZ 3.9 19
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78
uostVuostHvnteractionsHpontrolH×elfVassemblyHandH×witchingHofH₂ripleHandHqoubleHqeckerH×tacksHofH
₂ricarbazoleHzacrocyclesHpoVassembledHwithHantiVrlectrostaticHoisulfateHqimersWHChemistryn-nAn
EuropeannJournalUH2018UH[aUHfeaZVfeb[

4.8 18

77 pHvsH†gHwhichHendHofHtheHcyanideHanionHisHaHbetterHhydrogenHbondHacceptorlWHJournalnofnPhysicaln
ChemistrynAUH2014UHZZeUHdaZeV[] 2.8 17

76  rotonHuopH avingHtheHνayHforHuydroxylHzigrationgH₂heoreticalHrlucidationHofHsluxionalityHinH
₂ransitionVzetalH–xideHplustersWHJournalnofnPhysicalnChemistrynLettersUH2010UHZUH]YccV]YdZ 6.4 17

75 vnfraredHvntensitiesHofH˛‰Q×iâ��uRHonHuX×iQZYYRV[ˆ�ZgHHrffectHofH–HvncorporationHandHngglomerationWH
JournalnofnPhysicalnChemistrynBUH2004UHZYeUHZf]eeVZf]fZ 3.4 17

74 rnergyHqecompositionHnnalysisHofH roteinVyigandHvnteractionsH₃singHzoleculesVinVzoleculesH
sragmentationVoasedHzethodWHJournalnofnChemicalnInformationnandnModelingUH2019UHbfUH]adaV]aea 6.1 16

73 zoleculesVinVmoleculesHfragmentVbasedHmethodHforHtheHevaluationHofHRamanHspectraHofHlargeH
moleculesWHMolecularnPhysicsUH2015UHZZ]UH]YbdV]Ycc 1.7 16

72 ₂woHmethanesHareHbetterHthanHonegHaHdensityHfunctionalHtheoryHstudyHofHtheHreactionsHofHzo[–yVHQyH
jH[VbRHwithHmethaneWHJournalnofnPhysicalnChemistrynAUH2007UHZZZUHe[ZZVd 2.8 16

71
nHcomparisonHofHstableHcarbonylsHformedHinHtheHgasVphaseHreactionHbetweenHgroupHZYHatomicH
anionsHandHmethanolHorHmethoxyHradicalsgHnnionHphotoelectronHspectroscopyHandHdensityH
functionalHtheoryHcalculationsHonHu†ip–â��UH dp–â��UHandH tp–â��WHJournalnofnChemicalnPhysicsUH2003UH
ZZfUHZYbfZVZYbff

3.9 16

70 ₂heHmicroscopicHoriginHofHopticalHphononHevolutionHduringHwaterHoxidationHofH×iQZYYRWHJournalnofn
ChemicalnPhysicsUH2003UHZZfUH[]YdV[]Z] 3.9 16

69 taQz [RVXxgHnH−ariantHofHtheHtaQz [RVcXHpompositeHzethodHwithHrxpandedHnpplicabilityHforH
zainVtroupHrlementsHupHtoHRadonWHJournalnofnChemicalnTheorynandnComputationUH2019UHZbUHaadeVaaea 6.4 15

68 nccurateHpHrvaluationsHforHpomplexHoioV–rganicHzoleculesHinHnqueousHzediaWHJournalnofnChemicaln
TheorynandnComputationUH2019UHZbUHcY[bVcY]b 6.4 15

67  redictionHofHnccurateH₂hermochemistryHofHzediumHandHyargeH×izedHRadicalsH₃singH
ponnectivityVoasedHuierarchyHQpouRWHJournalnofnChemicalnTheorynandnComputationUH2014UHZYUHa]a[VbY 6.4 15

66 phargeH₂ransferHncrossH–†v–zHQzgQzHooundariesgH₂heHvmpactHofHzodelH×ystemH reparationWH
JournalnofnChemicalnTheorynandnComputationUH2010UHcUH]Z]ZVc 6.4 15

65 ZeroV–verlapHsluorophoresHforHsluorescentH×tudiesHatHnnyHponcentrationWHJournalnofnthenAmericann
ChemicalnSocietyUH2020UHZa[UHZ[ZcdVZ[ZeY 16.4 14

64 nlb–agHnH×uperatomHwithH otentialHforH†ewHzaterialsHqesignWHJournalnofnChemicalnTheorynandn
ComputationUH2008UHaUH[YZZVf 6.4 14

63 vnsightHintoHethyleneHinteractionsHwithHmolybdenumHsuboxideHclusterHanionsHfromHphotoelectronH
spectraHofHchemifragmentsWHJournalnofnChemicalnPhysicsUH2018UHZaeUHYba]Ye 3.9 13

62
zoleculesVinVmoleculesHfragmentVbasedHmethodHforHtheHcalculationHofHchiropticalHspectraHofHlargeH
moleculesgH−ibrationalHcircularHdichroismHandHRamanHopticalHactivityHspectraHofHalanineH
polypeptidesWHChiralityUH2016UH[eUHdbbVdce

2.1 13

61 qirectHReductionHofHnlkylHzonohalidesHatH×ilverHinHqimethylformamidegHrffectsHofH ositionHandH
vdentityHofHtheHualogenWHChemElectroChemUH2015UH[UHd[cVd]c 4.3 12
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60 oasalH laneHsluorinationHofHtrapheneHbyHXes[HviaHaHRadicalHpationHzechanismWHJournalnofnPhysicaln
ChemistrynLettersUH2015UHcUH]cabVf 6.4 12

59 nnionVoindingHzacrocyclesH–perateHoeyondHtheHrlectrostaticHRegimegHvnteractionHqistancesHzatterWH
Chemistryn-nAnEuropeannJournalUH2018UH[aUHZaaYfVZaaZd 4.8 12

58 ₂heHstrikingHinfluenceHofHoxophilicityHdifferencesHinHheterometallicHzoVznHoxideHclusterHreactionsH
withHwaterWHJournalnofnChemicalnPhysicsUH2020UHZb[UHYba]YZ 3.9 11

57 RestrictedV–penV×hellHtaQz [RV₂ypeH roceduresWHJournalnofnPhysicalnChemistrynAUH2016UHZ[YUHf[ffVf]Ya 2.8 11

56 zultiVstateHamineHsensingHbyHelectronHtransfersHinHaHo–qv YHprobeWHOrganicnandnBiomolecularn
ChemistryUH2020UHZeUHa]ZVaaY 3.9 11

55 nHtrotthussVlikeHprotonHshuttleHinHtheHanomalousHpuHcarbocationgHenergeticHandHvibrationalH
propertiesHforHisotopologuesWHPhysicalnChemistrynChemicalnPhysicsUH2016UHZeUH[f]fbV[faZZ 3.6 10

54
ReactionsHofHntomicHuydrogenHwithHtheHuydroxideVHandHnmineVsunctionalizedH×iQZYYRV[ˆ�ZH×urfacesgH
nccurateHzodelingHofHuydrogenHnbstractionHReactionsH₃singHqensityHsunctionalH₂heoryWHJournalnofn
PhysicalnChemistrynCUH2014UHZZeUHe]dfVe]ec

3.8 10

53 uydrogenHevolutionHfromHwaterHreactionsHwithHmolybdenumHsulfideHclusterHanionsWHInternationaln
JournalnofnMassnSpectrometryUH2018UHa]aUHZf]V[YZ 1.9 10

52 nccurateHandHcomputationallyHefficientHpredictionHofHthermochemicalHpropertiesHofHbiomoleculesH
usingHtheHgeneralizedHconnectivityVbasedHhierarchyWHJournalnofnPhysicalnChemistrynBUH2014UHZZeUHfc]ZVa] 3.4 9

51 RoleHofHweaklyHboundHcomplexesHinHtemperatureVdependenceHandHrelativeHratesHofHzQxR–QyRQVRHTH
u[–HQzHjHzoUHνRHreactionsWHJournalnofnChemicalnPhysicsUH2016UHZaaUHYda]Yd 3.9 9

50 zolybdenumH–xideHplusterHnnionHReactionsHwithHpuHandHu–gHpooperativityHandH
phemifragmentationWHJournalnofnPhysicalnChemistrynAUH2018UHZ[[UHaZVb[ 2.8 8

49 RedoxHKvnnocenceKHofHReQvRHinHrlectrochemicalHp–HReductionHpatalyzedHbyH†anographeneVReH
pomplexesWHInorganicnChemistryUH2018UHbdUHZYbaeVZYbbc 5.1 8

48 zultipleH×olutionsHtoHtheH×ingleVReferenceHpp×qHrquationsHforH†iuWHJournalnofnChemicalnTheorynandn
ComputationUH2010UHcUH[dZaV[Y 6.4 8

47 vnteractionHofHyewisHncidsHwithH×iQZYYRV[ˆ�ZHandHteQZYYRV[ˆ�ZH×urfacesWHJournalnofnPhysicalnChemistryn
CUH2009UHZZ]UHZYZacVZYZbY 3.8 8

46 rffectiveHzolecularHqescriptorsHforHphemicalHnccuracyHatHqs₂HpostgHsragmentationUH
rrrorVpancellationUHandHzachineHyearningWHJournalnofnChemicalnTheorynandnComputationUH2020UHZcUHaf]eVafbY6.4 8

45 vnVvitroHandHvnVvivoH hotocatalyticHpancerH₂herapyHwithHoiocompatibleHvridiumQvvvRH hotocatalystsWH
AngewandtenChemieUH2021UHZ]]UHfbcYVfbcb 3.6 8

44 npplicationsHofHisodesmicVtypeHreactionsHforHcomputationalHthermochemistryWHWileynInterdisciplinaryn
Reviews:nComputationalnMolecularnScienceUH2021UHZZUHeZbYZ 7.9 8

43 sragmentVoasedHnpproachesHforH×upramolecularHvnteractionHrnergiesgHnpplicationsHtoHsoldamersH
andH₂heirHpomplexesHwithHnnionsWHJournalnofnChemicalnTheorynandnComputationUH2018UHZaUHc[[cVc[]f 6.4 8

(2018-2015)
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42 nmphiphileHselfVassemblyHdynamicsHatHtheHsolutionVsolidHinterfaceHrevealHasymmetryHinHheadXtailH
desorptionWHChemicalnCommunicationsUH2018UHbaUHZYYdcVZYYdf 5.8 7

41 rlectrostaticH otentialVoasedHzethodHofHoalancingHphargeH₂ransferHncrossH–†v–zHQzgQzH
ooundariesWHJournalnofnChemicalnTheorynandnComputationUH2014UHZYUHa]bZVf 6.4 7

40 rxtendingHzolecularHyinesHonHtheH×iQZYYRV[Hˆ�HZH×urfacegHnH₂heoreticalH×tudyHofHtheHrffectHofHnllylicH
zercaptanHndsorbatesHonHRadicalHphainHReactionsWHJournalnofnPhysicalnChemistrynLettersUH2010UHZUHcdfVceb6.4 7

39
uydrogenHevolutionHfromHwaterHusingHzoVoxideHclustersHinHtheHgasHphasegHqs₂HmodelingHofHaH
completeHcatalyticHcycleHusingHaHzo–Xzo–HclusterHcoupleWHPhysicalnChemistrynChemicalnPhysicsUH2016
UHZeUH[bcedV[bcf[

3.6 7

38 yineHtrowthHonHtheHuX×iQZYYRV[Hˆ�HZH×urfacegHqensityHsunctionalH×tudyHofHnllylicHzercaptanHReactionH
zechanismsWHJournalnofnPhysicalnChemistrynCUH2009UHZZ]UHZeeZdVZee[[ 3.8 6

37  hosphineHadsorptionHonHtheHvnVrichHvn QYYZRHsurfacegHevidenceHofHsurfaceHdativeHbondsHatHroomH
temperatureWHLangmuirUH2007UH[]UHZYZYfVZb 4 6

36 oondHnctivationHandHuydrogenHrvolutionHfromHνaterHthroughHReactionsHwithHz×HQzHjHzoUHνRHandH
ν×HnnionicHplustersWHJournalnofnPhysicalnChemistrynAUH2017UHZ[ZUHZdcYVZdcd 2.8 5

35 rliminatingH×ystematicHrrrorsHinHqs₂HviaHponnectivityVoasedHuierarchygHnccurateHoondHqissociationH
rnergiesHofHoiodieselHzethylHrstersWHJournalnofnPhysicalnChemistrynAUH2019UHZ[]UH]ba]V]bbY 2.8 5

34 ×olutionVzediatedHnnnealingH athwaysHnreHpriticalHforH×upramolecularH–rderingHofHpomplexH
zacrocyclesHatH×urfacesWHJournalnofnPhysicalnChemistrynCUH2020UHZ[aUHccefVccff 3.8 5

33
nromaticHsragmentationHoasedHonHaHRingH–verlapH×chemegHnnHnlgorithmHforHyargeH olycyclicH
nromaticHuydrocarbonsH₃singHtheHzoleculesVinVzoleculesHsragmentationVoasedHzethodWHJournalnofn
ChemicalnTheorynandnComputationUH2020UHZcUH[ZcYV[ZdZ

6.4 5

32 u[×HReactivityHonH–xygenVqeficientHueterotrimetallicHporesgHplusterHsluxionalityH×imulatesH
qynamicHnspectsHofH×urfaceHphemicalHReactionsWHJournalnofnPhysicalnChemistrynAUH2016UHZ[YUHaccVd[ 2.8 5

31 zoHvnsertionHintoHtheHuHoondHinHzo×HTHuHReactionsWHJournalnofnPhysicalnChemistrynAUH2019UHZ[]UHd[cZVd[cf2.8 5

30
nccurateHandHcostVeffectiveH†zRHchemicalHshiftHpredictionsHforHproteinsHusingHaH
moleculesVinVmoleculesHfragmentationVbasedHmethodWHPhysicalnChemistrynChemicalnPhysicsUH2020UH
[[UH[ddeZV[ddff

3.6 5

29 rlectronicHrnergiesHnreH†otHrnoughgHnnHvonHzobilityVnidedUHQuantumHphemicalHoenchmarkHnnalysisH
ofHut ttHponformersWHJournalnofnChemicalnTheorynandnComputationUH2018UHZaUHbaYcVbaZe 6.4 5

28
QuantumHzechanicalHvnvestigationHofH₂hreeVqimensionalHnctivityHpliffsH₃singHtheH
zoleculesVinVzoleculesHsragmentationVoasedHzethodWHJournalnofnChemicalnInformationnandn
ModelingUH2020UHcYUH[f[aV[f]e

6.1 4

27 nccurateH₂hermochemistryHforH–rganicHpationsHviaHrrrorHpancellationHusingHponnectivityVoasedH
uierarchyWHJournalnofnPhysicalnChemistrynAUH2018UHZ[[UHZeYdVZeZ[ 2.8 4

26 zoleculesVinVzoleculesHsragmentVoasedHzethodHforHtheHnccurateHrvaluationHofH−ibrationalHandH
phiropticalH×pectraHforHyargeHzoleculesH2017UHZaZVZc] 4

25 rlectronicHstructuresHandHwaterHreactivityHofHmixedHmetalHsulfideHclusterHanionsWHJournalnofnChemicaln
PhysicsUH2014UHZaZUHYda]Yb 3.9 4
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24  redictingH uHvibrationsHofHgasHphaseHmoleculesHandHsurfaceVadsorbedHspeciesHusingHbondH
lengthVfrequencyHcorrelationsWHJournalnofnComputationalnChemistryUH2009UH]YUHZed[VeZ 3.5 4

23 vnVRichH×urfaceHtrowthHonH VRichHvn QYYZRHQ[Hˆ�HZRH×urfacegHH×tructuralHandHzechanisticH×tudyWHJournaln
ofnPhysicalnChemistrynCUH2008UHZZ[UHcY[[VcY[c 3.8 4

22
₂emperatureV rogrammedHqesorptionHQ₂ qRHandHqensityHsunctionalH₂heoryHQqs₂RH×tudyH
pomparingHtheHndsorptionHofHrthylHualidesHonHtheH×iQZYYRH×urfaceWHJournalnofnPhysicalnChemistrynCUH
2017UHZ[ZUHd[YeVd[Z]

3.8 3

21 zechanisticHRoleHofH₂woV×tateHReactivityHinHaHzolecularHzo×HrdgeV×iteHnnalogueHforHuydrogenH
rvolutionHrlectrocatalysisWHInorganicnChemistryUH2018UHbdUHfZcdVfZda 5.1 3

20 ₃nderstandingHtheH–riginHofH[qH×elfVnssemblyHofH₂ricarbazoleHzacrocyclesgHnnHvntegratedHQuantumH
zechanicalXzolecularHqynamicsH×tudyWHJournalnofnPhysicalnChemistrynCUH2019UHZ[]UHZdcZcVZdc[] 3.8 3

19
pouplingHponstantsUHuighH×pinUHandHorokenH×ymmetryH×tatesHofH–rganicHRadicalsgHanHnssessmentHofH
theHzoleculesVinVzoleculesHsragmentationVoasedHzethodWHJournalnofnChemicalnTheorynandn
ComputationUH2019UHZbUHbffeVcYYf

6.4 3

18 taHaccuracyHatHqs₂HcostgHunlockingHaccurateHredoxHpotentialsHforHorganicHmoleculesHusingH
systematicHerrorHcancellationWHPhysicalnChemistrynChemicalnPhysicsUH2020UH[[UHaa]fVaab[ 3.6 3

17 oreakingHaHbottleneckgHnccurateHextrapolationHtoHKgoldHstandardKHpp×qQ₂RHenergiesHforHlargeHopenH
shellHorganicHradicalsHatHreducedHcomputationalHcostWHJournalnofnComputationalnChemistryUH2016UH]dUH[ecVfb3.5 3

16 uiddenHcomplexitiesHinHtheHreactionHofHu–HandHu†–HrevealedHbyHabHinitioHquantumHchemicalH
investigationsWHPhysicalnChemistrynChemicalnPhysicsUH2017UHZfUH[fbafV[fbcY 3.6 2

15 nHpompositeHrnergyH₂reatmentHforH×tericallyHuinderedHplusterHzodelsHforHtheH×iQZYYRH×urfaceWH
JournalnofnChemicalnTheorynandnComputationUH2012UHeUHbZ][Vc 6.4 2

14 zodelingH†onperiodicHndsorptionHonH eriodicH×urfacesgHnHpompositeHrnergyHnpproachHforH
yowVpoverageHyimitsWHJournalnofnPhysicalnChemistrynCUH2012UHZZcUHZ[YaeVZ[Yba 3.8 2

13 uighlyHrfficientHvrQvvvRVpoumarinH hotoVRedoxHpatalystHforH×ynergeticHzultiVzodeHpancerH
 hotoV₂herapyWHChemistryn-nAnEuropeannJournalUH2021UH 4.8 2

12 pooperativeHsormationHofHvcosahedralH rolineHplustersHfromHqimersWHJournalnofnthenAmericannSocietyn
fornMassnSpectrometryUH2018UH[fUHfbVZY[ 3.5 2

11 ₃ntanglingHuydrogenHoondH†etworksHwithHvonHzobilityH×pectrometryHandHQuantumHphemicalH
palculationsgHnHpaseH×tudyHonHuX ttWHJournalnofnPhysicalnChemistrynBUH2019UHZ[]UHbd]YVbdaZ 3.4 1

10 uydroxylHmigrationHinHheterotrimetallicHclustersgHanHassessmentHofHfluxionalityHpathwaysWHJournalnofn
PhysicalnChemistrynAUH2014UHZZeUHZZYadVbb 2.8 1

9 phargeHredistributionHinHQzgQzH–†v–zHmodelHsystemsgHaHconstrainedHdensityHfunctionalHtheoryH
approachWHMolecularnPhysicsUH2017UHZZbUH[eZ]V[e[[ 1.7 1

8 nHsragmentationVoasedHtraphHrmbeddingHsrameworkHforHQzXzyWHJournalnofnPhysicalnChemistrynAUH
2021UHZ[bUHced[VceeY 2.8 1

7  hotosensitizedH[[T[]VpycloadditionsHofHnlkenylboronatesHandHnlkenesWWHAngewandtenChemien-n
InternationalnEditionUH2022UHe[Y[[YYd[b 16.4 1

(2022-2009)
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6 rlectrosynthesisHofHaHoiauroneHbyHpontrolledHqimerizationHofHslavonegHzechanisticHvnsightHandH
yargeV×caleHnpplicationWHJournalnofnOrganicnChemistryUH2020UHebUHZYcbeVZYccf 4.2 0

5 rlectrostaticallyHembeddedHmoleculesVinVmoleculesHapproachHandHitsHapplicationHtoHmolecularH
clustersWHJournalnofnComputationalnChemistryUH2021UHa[UHdZfVd]a 3.5 0

4 rxploringHReactionHrnergyH rofilesH₃singHtheHzoleculesVinVzoleculesHsragmentationVoasedH
npproachWHJournalnofnChemicalnTheorynandnComputationUH2019UHZbUH]ffZVaYY[ 6.4

3 –xygenHnctivationHbyH†VdopedHtraphiticHparbonH†anostructuresWHMaterialsnResearchnSocietyn
SymposianProceedingsUH2015UHZd[bUHZ[

2 plusterHzodelH×tudiesHofHntomicH–rderingHinHtroupHvvvH×ublatticeHtrowthHoverH VRichHvnta [QYYZRH
×urfacesWHJournalnofnPhysicalnChemistrynCUH2013UHZZdUH[YdeV[Ye] 3.8

1 vnteractionVqeletiongHnHpompositeHrnergyHzethodHforHtheH–ptimizationHofHzolecularH×ystemsH
×electivelyHRemovingH×pecificH†onbondedHvnteractionsWHJournalnofnPhysicalnChemistrynAUH2021UHZ[bUHacceVace[2.8
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