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i Paper IF Citations

196 “pectralH“ignaturesHofH†rotonatedH{obleHtasHplustersHofH{eUHnrUHxrUHandH₂egHsromHzonomersHtoH
”rimersWHMoleculesUH2022UH[dUH]Zfe 4.8 0

195 vsHqissociationHofHuplHinHqz“}HplustersHoistablelWHJournalgofgPhysicalgChemistrygAUH2021UHZ[bUHZY]bZVZY]be2.8 0

194 “tructuralHandHvibrationalHcharacterizationHofHup}HandHRgVup}UHRgHjH{ueUH{eUHnrUHxrUHandH₂e}WH
JournalgofgChemicalgPhysicsUH2021UHZbbUHZda]Yc 3.9

193 nnHanharmonicHapproachHtoHvRUHRamanHandH“stHspectraHofHtheHsolvatedHmethylammoniumHionWH
PhysicalgChemistrygChemicalgPhysicsUH2021UH[]UH[bd]cV[bdad 3.6 0

192 sermiHresonanceHswitchingHinHxruRgHandH₂euRgHQRgHjH{eUHnrUHxrUHandH₂eRWHJournalgofgChemicalg
PhysicsUH2021UHZbaUHZ]a]Y[ 3.9 2

191 uydrogenHenhancingHtaHdopingHefficiencyHandHelectronHmobilityHinHhighVperformanceHtransparentH
conductingHtaVdopedH∕n}HfilmsWHJournalgofgAlloysgandgCompoundsUH2021UHecYUHZbebZe 5.7 8

190 qisentanglingHtheHpomplexHVibrationalH“pectraHofHuydrogenVoondedHplustersHofH[V†yridoneHwithH
“tructuralH“earchHandHnnharmonicHnnalysisWHJournalgofgPhysicalgChemistrygAUH2021UHZ[bUHa]YcVa]Z[ 2.8 0

189 uydrogenHrolesHapproachingHidealHelectricalHandHopticalHpropertiesHforHundopedHandHnlHdopedH∕n}H
thinHfilmsWHJournalgofgMateriomicsUH2021UH 6.7 4

188 “trongHsermiHResonanceHnssociatedHwithH†rotonHzotionsHRevealedHbyHVibrationalH“pectraHofH
nsymmetricH†rotonVooundHqimersWHAngewandtegChemiegwgInternationalgEditionUH2021UHcYUHZf]cVZfaZ 16.4 9

187 “trongHsermiHResonanceHnssociatedHwithH†rotonHzotionsHRevealedHbyHVibrationalH“pectraHofH
nsymmetricH†rotonVooundHqimersWHAngewandtegChemieUH2021UHZ]]UHZfcaVZfcf 3.6

186
qipoleHmomentHenhancedHˇ�Vˇ�HstackingHinHfluorophenylacetylenesHisHcarriedHoverHfromHgasVphaseH
dimersHtoHcrystalHstructuresHpropagatedHthroughHliquidHlikeHclustersWHPhysicalgChemistrygChemicalg
PhysicsUH2021UH[]UHff]eVffad

3.6 3

185 pollisionVinducedHdissociationHofHxyloseHandHitsHapplicationsHinHlinkageHandHanomericityH
identificationWHPhysicalgChemistrygChemicalgPhysicsUH2021UH[]UH]aebV]afb 3.6 3

184 yithiumHandHsodiumHintercalationHinHaH[qH{b“eHbilayerVstackedHhomostructuregHcomparativeHstudyH
ofHionicHadsorptionHandHdiffusionHbehaviorWHPhysicalgChemistrygChemicalgPhysicsUH2021UH[]UHZfeZZVZfeZe 3.6 2

183 VibrationalH“ignatureHofHqynamicHpouplingHofHaH“trongHuydrogenHoondWHJournalgofgPhysicalg
ChemistrygLettersUH2021UHZ[UH[[bfV[[cb 6.4 3

182 nnharmonicHpouplingHRevealedHbyHtheHVibrationalH“pectraHofH“olvatedH†rotonatedHzethanolgHsermiH
ResonanceUHpombinationHoandsUHandHvsotopeHrffectWHJournalgofgPhysicalgChemistrygAUH2021UHZ[bUHZfZYVZfZe2.8 1

181 vnfraredH“pectroscopyHandHnnharmonicHVibrationalHnnalysisHofHQu}VxrRHQHjHZV]RgHuemibondH
sormationHofHtheHWaterHRadicalHpationWHJournalgofgPhysicalgChemistrygLettersUH2021UHZ[UHdffdVeYY[ 6.4 0

180 “tructuresHofH†yridineVWaterHplustersH“tudiedHwithHvnfraredVVacuumH–ltravioletH“pectroscopyWH
JournalgofgPhysicalgChemistrygAUH2021UHZ[bUHdaefVdbYZ 2.8 0
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179 –nderstandingHsermiHresonancesHinHtheHcomplexHvibrationalHspectraHofHtheHmethylHgroupsHinH
methylaminesWHPhysicalgChemistrygChemicalgPhysicsUH2021UH[]UH]d]fV]dad 3.6 2

178 “izeHofHtheHhydrogenHbondHnetworkHinHliquidHmethanolgHaHquantumHclusterHequilibriumHmodelHwithH
extensiveHstructureHsearchWHPhysicalgChemistrygChemicalgPhysicsUH2021UH[]UHfZccVfZdb 3.6 2

177 qeconstructingHVibrationalHzotionsHonHtheH†otentialHrnergyH“urfacesHofHuydrogenVoondedH
pomplexesWHCCSgChemistryUH2021UH]UHe[fVe]b 7.2 8

176 nHdecompositionHmechanismHforHznQq“oqpRHmetalVorganicHframeworksHinHtheHpresenceHofHwaterH
moleculesWHPhysicalgChemistrygChemicalgPhysicsUH2021UH[]UH[[dfaV[[eY] 3.6 0

175
zechanisticHvnsightHonHtheHsormationHofHaH“olidHrlectrolyteHvnterphaseHQ“rvRHbyHanH
ncetonitrileVoasedH“uperconcentratedH[yi][”s“v]HrlectrolyteHnearHyithiumHzetalWHJournalgofgPhysicalg
ChemistrygCUH2020UHZ[aUH[dafbV[dbY[

3.8 5

174 rffectsHofHmixingHbetweenHshortVchainHandHbranchedVchainHalcoholsHinHprotonatedHclustersWHPhysicalg
ChemistrygChemicalgPhysicsUH2020UH[[UHZ][[]VZ][]f 3.6 3

173 –nveilingHtheHcrystallographicHfacetHdependenceHofHtheHphotoelectrochemicalHglycerolHoxidationHonH
bismuthHvanadateWHAppliedgCatalysisgB:gEnvironmentalUH2020UH[deUHZZf]Y] 21.8 15

172
vmprovedHagreementHbetweenHexperimentalHandHcomputationalHresultsHforHcollisionVinducedH
dissociationHmassHspectrometryHofHcationVtaggedHhexosesWHPhysicalgChemistrygChemicalgPhysicsUH2020
UH[[UHcf[eVcfaZ

3.6 2

171 uydrogenHadsorptionHmechanismHofHz}sVdaHmetalVorganicHframeworksgHanHinsightHfromHfirstH
principlesHcalculationsWWHRSCgAdvancesUH2020UHZYUHa]faYVa]faf 3.7 3

170
VibrationalHspectroscopicHsignaturesHofHhydrogenHbondHinducedH{uHstretchVbendHsermiVresonanceH
inHaminesgH”heHmethylamineHclustersHandHotherH{Vul{HhydrogenVbondedHcomplexesWHJournalgofg
ChemicalgPhysicsUH2020UHZb]UHZfa]YZ

3.9 7

169
zechanoVchemicalHstabilityHandHwaterHeffectHonHgasHselectivityHinHmixedVmetalHzeoliticHimidazolateH
frameworksgHaHsystematicHinvestigationHfromHvanHderHWaalsHcorrectedHdensityHfunctionalHtheoryWH
PhysicalgChemistrygChemicalgPhysicsUH2020UH[[UHZbfeVZcZY

3.6 1

168
sromHtheHperspectivesHofHqs”HcalculationsUHthermodynamicHmodelingUHandHkineticHzonteHparloH
simulationsgHtheHinteractionHbetweenHhydrogenHandH“cpHmonolayersWHPhysicalgChemistrygChemicalg
PhysicsUH2020UH[[UHa]edVaaYZ

3.6 2

167
”heHelectronicHstructuresHandHmagneticHpropertiesHofHmixedVvalenceHseVbasedHmetalVorganicH
V{–VZbHframeworksgHaHtheoreticalHstudyHfromHlinearHresponseHqs”T–HcalculationsWWHRSCgAdvancesUH
2020UHZYUH]acfYV]adYZ

3.7 1

166
nnharmonicHcouplingHbehindHvibrationalHspectraHofHsolvatedHammoniumgHlightingHupHovertoneH
statesHbyHsermiHresonanceHthroughHtuningHsolvationHenvironmentsWHPhysicalgChemistrygChemicalg
PhysicsUH2020UH[[UH[aYbfV[aYcf

3.6 3

165 VibrationalHpouplingHinH“olvatedHu}gHvnterplayHbetweenHsermiHResonanceHandHpombinationHoandWH
JournalgofgPhysicalgChemistrygLettersUH2020UHZZUHZYYcdVZYYd[ 6.4 5

164 “tructureHandHVibrationalH“pectraHofHnruHQHjH[V]RWHJournalgofgPhysicalgChemistrygAUH2020UHZ[aUHdd[cVdd]a 2.8 5

163 vRVV–VHspectroscopyHofHpyridineHdimersUHtrimersHandHpyridineVammoniaHcomplexesHinHaHsupersonicH
jetWHPhysicalgChemistrygChemicalgPhysicsUH2020UH[[UH[Zb[YV[Zb]a 3.6 14

162 VibrationalHspectroscopyHofHprotonatedHamineVwaterHclustersgHtuningHsermiHresonanceHandHlightingH
upHdarkHstatesWHPhysicalgChemistrygChemicalgPhysicsUH2020UH[[UH[[Y]bV[[Yac 3.6 7
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161 nHliquidHcrucibleHmodelHforHaggregationHofHphenylacetyleneHinHtheHgasHphaseWHPhysicalgChemistryg
ChemicalgPhysicsUH2019UH[ZUHZ]c[]VZ]c][ 3.6 9

160 vnfraredHspectraHofHneutralHdimethylamineHclustersgHnnHinfraredVvacuumHultravioletHspectroscopicH
andHanharmonicHvibrationalHcalculationHstudyWHJournalgofgChemicalgPhysicsUH2019UHZbYUHYca]Zd 3.9 12

159 “pinVchargeVlatticeHcouplingHinH−oapuse}gH}pticalHpropertiesHandHfirstVprinciplesHcalculationsWH
ScientificgReportsUH2019UHfUH][[] 4.9 5

158 nHtheoreticalHstudyHonHtheHinfraredHsignaturesHofHprotonVboundHrareHgasHdimersHQRgVuVRgRUHRgHjH{{eUH
nrUHxrUHandH₂e}WHJournalgofgChemicalgPhysicsUH2019UHZbYUHZ[a]Yb 3.9 12

157 –nexpectedHqissociationHzechanismHofH“odiatedH{VncetylglucosamineHandH{VncetylgalactosamineWH
JournalgofgPhysicalgChemistrygAUH2019UHZ[]UH]aaZV]ab] 2.8 12

156
”owardHplosingHtheHtapHbetweenHuexosesHandHVncetlyhexosaminesgHrxperimentalHandH
pomputationalH“tudiesHonHtheHpollisionVvnducedHqissociationHofHuexosaminesWHJournalgofgPhysicalg
ChemistrygAUH2019UHZ[]UHcce]VcdYY

2.8 6

155 †ressureVrngineeredH“tructuralHandH}pticalH†ropertiesHofH”woVqimensionalHQpu{uR†bvH†erovskiteH
rxfoliatedHnmV”hinHslakesWHJournalgofgthegAmericangChemicalgSocietyUH2019UHZaZUHZ[]bVZ[aZ 16.4 61

154 uydrogenHbondHnetworkHstructuresHofHprotonatedHshortVchainHalcoholHclustersWHPhysicalgChemistryg
ChemicalgPhysicsUH2018UH[YUHZafdZVZaffZ 3.6 10

153 VibrationalHspectraHofHsmallHmethylamineHclustersHaccessedHbyHanHabHinitioHanharmonicHapproachWH
PhysicalgChemistrygChemicalgPhysicsUH2018UH[YUHdcb]VdccY 3.6 17

152 zicroscopicHevidenceHforHtheHdissociationHofHwaterHmoleculesHonHcleavedHta{QZZ[combiningH
macron]YYRWHPhysicalgChemistrygChemicalgPhysicsUH2018UH[YUHZ[cZVZ[cc 3.6 5

151 pollisionVinducedHdissociationHofHsodiatedHglucoseUHgalactoseUHandHmannoseUHandHtheHidentificationH
ofHanomericHconfigurationsWHPhysicalgChemistrygChemicalgPhysicsUH2018UH[YUHZfcZaVZfc[a 3.6 18

150 uydrogenHbondHinducedHenhancementHofHsermiHresonancesHinH{Vu{HhydrogenHbondedHcomplexesH
ofHanilinesWHPhysicalgChemistrygChemicalgPhysicsUH2018UH[YUH[ZbbdV[Zbcc 3.6 14

149 sermiHresonanceHinHsolvatedHu}gHaHcounterVintuitiveHtrendHconfirmedHviaHaHjointHexperimentalHandH
theoreticalHinvestigationWHPhysicalgChemistrygChemicalgPhysicsUH2018UH[YUHZ]e]cVZ]eaa 3.6 19

148 uighV†ressureVvnducedHpomminutionHandHRecrystallizationHofHpuH{uH†borH{anocrystalsHasHyargeH
”hinH{anoplatesWHAdvancedgMaterialsUH2018UH]YUHZdYbYZd 24 73

147 zultilevelHnpproachHforHqirectHV“psXVpvHz–y”vz}qrHpalculationsHwithHnpplicationsHtoHyargeH
K∕undelKHpationsWHJournalgofgChemicalgTheorygandgComputationUH2018UHZaUHcaYbVcaZc 6.4 6

146
pompetitionHbetweenHhydrogenHbondsHandHvanHderHWaalsHforcesHinHintermolecularHstructureH
formationHofHprotonatedHbranchedVchainHalcoholHclustersWHPhysicalgChemistrygChemicalgPhysicsUH2018UH
[YUH[bae[V[bafa

3.6 4

145 qs”H“tudyHonHtheHu[H“torageH†ropertiesHofH“cVqecoratedHpovalentH}rganicHsrameworksHoasedHonH
ndamantaneH–nitsWHJournalgofgPhysicalgChemistrygCUH2018UHZ[[UHZceb]VZcecb 3.8 4

144 †haseHevolutionHofHlithiumHintercalationHdynamicsHinH[uVzo“WHNanoscaleUH2017UHfUHdb]]VdbaY 7.7 58
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143 nHqs”HstudyHofHethaneHactivationHonHvr}H[HQZZYRHsurfaceHbyHprecursorVmediatedHmechanismWHAppliedg
CatalysisgA:gGeneralUH2017UHbaZUHeVZa 5.1 16

142 uydrogenVoondingHrvolutionHduringHtheH†olymorphicH”ransformationsHinHpu]{u]†bor]gH
rxperimentHandH”heoryWHChemistrygofgMaterialsUH2017UH[fUHbfdaVbfeZ 9.6 51

141 †olarHorderingHandHstructuralHdistortionHinHelectronicHdomainVwallHpropertiesHofHoise}]WHJournalgofg
AppliedgPhysicsUH2017UHZ[[UHYdbZY] 2.5 8

140 vnfraredHspectraHandHanharmonicHcouplingHofHprotonVboundHnitrogenHdimersH{VuV{UH{VqV{UHandH
{VuV{HinHsolidHparaVhydrogenWHPhysicalgChemistrygChemicalgPhysicsUH2017UHZfUH[YaeaV[Yaf[ 3.6 13

139 pollisionVinducedHdissociationHofHsodiatedHglucoseHandHidentificationHofHanomericHconfigurationWH
PhysicalgChemistrygChemicalgPhysicsUH2017UHZfUHZbabaVZbac[ 3.6 30

138
”emperatureHandH“izeHqependenceHofHpharacteristicHuydrogenVoondedH{etworkH“tructuresHwithH
vonHporeH“witchingHinH†rotonatedHQzethanolRVQWaterRHzixedHplustersgHnHRevisitWHJournalgofgPhysicalg
ChemistrygAUH2017UHZ[ZUHb]ffVbaZ]

2.8 5

137 †ressureVvnducedH†haseH”ransitionHinHWeylH“emimetallicHW”eWHSmallUH2017UHZ]UHZdYZeed 11 20

136 WhyHisHtheHâ��qonorVncceptorâ��H“tretchingHaHsineHquaHnonHinH–nderstandingHtheHVibrationalH“ignaturesH
ofHvonicHuydrogenHoondslWHProgressgingTheoreticalgChemistrygandgPhysicsUH2017UH[bZV[cf 0.6

135 uighV“ulfurVVacancyHnmorphousHzolybdenumH“ulfideHasHaHuighHpurrentHrlectrocatalystHinH
uydrogenHrvolutionWHSmallUH2016UHZ[UHbb]YVbb]d 11 138

134 ”unableHtravimetricHandHVolumetricHuydrogenH“torageHpapacitiesHinH†olyhedralH}ligomericH
“ilsesquioxaneHsrameworksWHACSgAppliedgMaterialsgoamp;gInterfacesUH2016UHeUH[b[ZfV[e 9.5 12

133 ”uningHtheHvibrationalHcouplingHofHu}HbyHchangingHitsHsolvationHenvironmentWHPhysicalgChemistryg
ChemicalgPhysicsUH2016UHZeUH]Yd[ZV]Yd][ 3.6 19

132 “tepwiseHvnternalHrnergyHphangeHofH†rotonatedHzethanolHplustersHoyH–singHtheHvnertHtasH”aggingWH
JournalgofgPhysicalgChemistrygAUH2016UHZ[YUHf[Y]Vf[Ye 2.8 8

131 trapheneHhomojunctiongHclosedVedgeHbilayerHgrapheneHbyHpseudospinHinteractionWHNanoscaleUH2016UH
eUHfZY[Vc 7.7 3

130 “tructureHpredictionHofHtheHsolidHformsHofHmethanolgHanHabHinitioHrandomHstructureHsearchingH
approachWHPhysicalgChemistrygChemicalgPhysicsUH2016UHZeUH[d]cVac 3.6 12

129 qefectVzediatedHtoldH“ubstitutionHqopingHinH∕n}HzesocrystalsHandHpatalysisHinHp}H}xidationWHACSg
CatalysisUH2016UHcUHZZbVZ[[ 13.1 48

128 rxplorationHofHhydrogenHbondHnetworksHandHpotentialHenergyHsurfacesHofHmethanolHclustersHusingHaH
twoVstageHclusteringHalgorithmWHPhysicalgChemistrygChemicalgPhysicsUH2016UHZfUHbaaVbbc 3.6 33

127 ”heH“pectroscopicHseaturesHofHvonizedHWaterHzediumgH”heoreticalHpharacterizationHandHvmplicationH
–singHQu[}RnTUHnj]â��aUHplusterHzodelWHJournalgofgthegChinesegChemicalgSocietyUH2016UHc]UHaeeVafe 1.5 2

126 zetallicHV“[HzonolayerH†olytypesHasH†otentialH“odiumVvonHoatteryHnnodeHviaHabHvnitioHRandomH
“tructureH“earchingWHACSgAppliedgMaterialsgoamp;gInterfacesUH2016UHeUHZedbaVc[ 9.5 110

(2016-2017)
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125 zodulationHofHelectronicHpropertiesHfromHstackingHordersHandHspinVorbitHcouplingHforH]RVtypeHzo“[WH
ScientificgReportsUH2016UHcUH[aZaY 4.9 21

124 pommunicationgH”rappingHaHprotonHinHargongH“pectroscopyHandHtheoryHofHtheHprotonVboundHargonH
dimerHandHitsHsolvationWHJournalgofgChemicalgPhysicsUH2016UHZabUH[]ZZYZ 3.9 34

123
nHcloserHexaminationHofHtheHcouplingHbetweenHionicHhydrogenHbondHQvuoRHstretchingHandHflankingH
groupHmotionsHinHQpu]}uR[uQTRgHtheHstrongHisotopeHeffectsWHPhysicalgChemistrygChemicalgPhysicsUH
2016UHZeUHZab]ZVa[

3.6 14

122 nnHabHinitioHanharmonicHapproachHtoHstudyHvibrationalHspectraHofHsmallHammoniaHclustersWHPhysicalg
ChemistrygChemicalgPhysicsUH2016UHZeUH]YafeV]YbYc 3.6 25

121 qistinctHreactivitiesHonHsegmentedHseleniumHnanorodsWHChemicalgCommunicationsUH2015UHbZUHZ]de]Vc 5.8

120
nHfirstVprinciplesHexaminationHofHconductingHmonolayerHZ”PVz₂â��HQzHjHzoUHWhH₂HjH“UH“eUH”eRgH
promisingHcatalystsHforHhydrogenHevolutionHreactionHandHitsHenhancementHbyHstrainWHPhysicalg
ChemistrygChemicalgPhysicsUH2015UHZdUH[ZdY[Ve

3.6 95

119 uydrogenVbondedHringHclosingHandHopeningHofHprotonatedHmethanolHclustersHuQTRQpu]}uRQnRHQnHjH
aVeRHwithHtheHinertHgasHtaggingWHPhysicalgChemistrygChemicalgPhysicsUH2015UHZdUH[[Ya[Vb] 3.6 17

118 ”emperatureHdependentHstructuralHvariationsHofH}uQVRQu[}RnUHnHjHaVdgHeffectsHonHvibrationalHandH
photoelectronHspectraWHPhysicalgChemistrygChemicalgPhysicsUH2015UHZdUHZfZc[Vd[ 3.6 16

117 ”heHrlectronicH†ropertiesHofH“ingleVyayerHandHzultilayerHzo“[HunderHuighH†ressureWHJournalgofg
PhysicalgChemistrygCUH2015UHZZfUHZYZefVZYZfc 3.8 73

116 yiHadsorptionUHhydrogenHstorageHandHdissociationHusingHmonolayerHzo“[gHanHabHinitioHrandomH
structureHsearchingHapproachWHPhysicalgChemistrygChemicalgPhysicsUH2015UHZdUHZZ]cdVda 3.6 56

115 ”heoreticalH†redictionHofHnnodeHzaterialsHinHyiVvonHoatteriesHonHyayeredHolackHandHolueH
†hosphorusWHJournalgofgPhysicalgChemistrygCUH2015UHZZfUHecc[VecdY 3.8 147

114 ”etrahedralH“ilsesquioxaneHsrameworkgHnHseasibleHpandidateHforHuydrogenH“torageWHJournalgofg
PhysicalgChemistrygCUH2015UHZZfUH[]e[YV[]e[f 3.8 9

113 nctivatingHandHtuningHbasalHplanesHofHzo}â��UHzo“â��UHandHzo“eâ��HforHhydrogenHevolutionHreactionWH
PhysicalgChemistrygChemicalgPhysicsUH2015UHZdUH[f]YbVZY 3.6 47

112 QuantumVmechanicalHapproachHtoHpredissociationHofHwaterHdimersHinHtheHvibrationalHadiabaticH
representationgHvmportanceHofHchannelHinteractionsWHJournalgofgChemicalgPhysicsUH2015UHZa]UHYea]Y] 3.9

111 “tackingVqependentHvnterlayerHpouplingHinH”rilayerHzo“â��HwithHorokenHvnversionH“ymmetryWHNanog
LettersUH2015UHZbUHeZbbVcZ 11.5 106

110 seaturesHinHVibrationalH“pectraHvnducedHbyHnrV”aggingHforHu]}QTRnrmUHmHjHYV]WHJournalgofgPhysicalg
ChemistrygAUH2015UHZZfUHZYeedVf[ 2.8 23

109 “tructuralHstabilityHofHsingleVlayerHzo“[HunderHlargeHstrainWHJournalgofgPhysicsgCondensedgMatterUH
2015UH[dUHZYbaYZ 1.8 21

108
nnHinfraredHspectroscopicHandHtheoreticalHstudyHonHQpu]R]{VuQTRVQu[}RQnRUHnHjHZV[[gHhighlyH
polarizedHhydrogenHbondHnetworksHofHhydratedHclustersWHPhysicalgChemistrygChemicalgPhysicsUH2015UH
ZdUH[bec]Vdc

3.6 16
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107 “trongHQuantumHpouplingHinHtheHVibrationalH“ignaturesHofHaH“ymmetricHvonicHuydrogenHoondgH”heH
paseHofHQpu]}uR[uQWRWHJournalgofgPhysicalgChemistrygAUH2015UHZZfUHZZ][YVe 2.8 16

106 nHynzz†“HimplementationHofHvolumeâ��temperatureHreplicaHexchangeHmolecularHdynamicsWH
ComputergPhysicsgCommunicationsUH2015UHZefUHZZfVZ[d 4.2 3

105 †rotonHQuantumHponfinementHonH“ymmetricHqimersHofHnmmoniaHandHyowerHnmineHuomologsWH
ProgressgingTheoreticalgChemistrygandgPhysicsUH2015UHddVef 0.6 2

104 †robingHhydrophilicHinterfaceHofHsolidXliquidVwaterHbyHnanoultrasonicsWHScientificgReportsUH2014UHaUHc[af 4.9 36

103 ”heoreticalHpredictionHofHhydrogenHstorageHonHyiVdecoratedHmonolayerHblackHphosphorusWHJournalg
PhysicsgD:gAppliedgPhysicsUH2014UHadUHacb]Y[ 3 35

102 “tructuralHevolutionHandHsolvationHofHtheH}uHradicalHinHionizedHwaterHradicalHcationsHQu[}RnQTRUHnHjH
bVeWHPhysicalgChemistrygChemicalgPhysicsUH2014UHZcUHZeeeeVfb 3.6 26

101 RemovalHofHWaterHndsorbatesHonHta{H“urfacesHviaHuoppingH†rocessesHandHwithHtheHnidHofHaH†taH
plustergHnnHnbHvnitioH“tudyWHJournalgofgPhysicalgChemistrygCUH2014UHZZeUH[Y]e]V[Y]f[ 3.8 5

100
“tructuralHandHrlectronicH†ropertiesHofHzonolayerHZ”Vzo“[H†haseUHandHvtsHvnteractionHwithHWaterH
ndsorbedHonH†erfectUH“ingleH“VVacatedHandHzo“[V–nitVVacatedH“urfacegHqensityHsunctionalH”heoryH
palculationsWHIntegratedgFerroelectricsUH2014UHZbcUHf]VZYZ

0.8 14

99 ”owardsHtheHionicHlimitHofHtwoVdimensionalHmaterialsgHmonolayerHalkalineHearthHandHtransitionHmetalH
halidesWHPhysicalgChemistrygChemicalgPhysicsUH2014UHZcUH[Ydc]VdZ 3.6 30

98 ndsorptionHofHsingleHyiHandHtheHformationHofHsmallHyiHclustersHonHgrapheneHforHtheHanodeHofH
lithiumVionHbatteriesWHACSgAppliedgMaterialsgoamp;gInterfacesUH2013UHbUHddf]Vd 9.5 156

97 “pinVorbitHsplittingHinHsingleVlayerHzo“[HrevealedHbyHtriplyHresonantHRamanHscatteringWHPhysicalg
ReviewgLettersUH2013UHZZZUHZ[ceYZ 7.4 117

96 qensityHandH†hononV“tiffnessHnnomaliesHofHWaterHandHvceHinHtheHsullH”emperatureHRangeWHJournalgofg
PhysicalgChemistrygLettersUH2013UHaUH][]eVaa 6.4 101

95 sirstHprinciplesHstudiesHonHtheHredoxHabilityHofHQtaQZVxR∕nQxRR{QZVxR}QxRHsolidHsolutionsHandHthermalH
reactionsHforHu[HandH}[HproductionHonHtheirHsurfacesWHPhysicalgChemistrygChemicalgPhysicsUH2013UHZbUHZfeYdVZe3.6 10

94 }rbitalHanalysisHofHelectronicHstructureHandHphononHdispersionHinHzo“[UHzo“e[UHW“[UHandHW“e[H
monolayersHunderHstrainWHPhysicalgReviewgBUH2013UHeeUH 3.3 260

93 †rotonHlocationHinHQpu]R]{VuTVQpu]}uRngHnHtheoreticalHandHinfraredHspectroscopicHstudyWHChemicalg
PhysicsUH2013UHa[ZUHZVf 2.3 14

92 }xygenHreductionHreactionHonHactiveHsitesHofHheteroatomVdopedHgrapheneWHRSCgAdvancesUH2013UH]UHbafe 3.7 54

91 qensityHsunctionalH“tudyHofHtheHsirstHWettingHyayerHonHtheHta{HQYYYZRH“urfaceWHJournalgofgPhysicalg
ChemistrygCUH2013UHZZdUHeddaVede] 3.8 27

90 soldingHofHtheHhydrogenHbondHnetworkHofHuQTRQpu]}uRdHwithHrareHgasHtaggingWHJournalgofgPhysicalg
ChemistrygAUH2013UHZZdUHZYZVd 2.8 31
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89
“tructuresHofHhydrogenHbondHnetworksHformedHbyHaHfewHtensHofHmethanolHmoleculesHinHtheHgasH
phasegHsizeVselectiveHinfraredHspectroscopyHofHneutralHandHprotonatedHmethanolHclustersWHPhysicalg
ChemistrygChemicalgPhysicsUH2013UHZbUHfb[]V]Y

3.6 24

88 zolecularHadsorptionHinducesHtheHtransformationHofHrhombohedralVHtoHoernalVstackingHorderHinH
trilayerHgrapheneWHNaturegCommunicationsUH2013UHaUH[Yda 17.4 26

87 sirstVprinciplesHstudyHofHbandHgapHengineeringHofH∕n}HbyHalloyingHwithHyita}[HforHultravioletH
applicationsWHJournalgofgAppliedgPhysicsUH2013UHZZaUHYc]dZb 2.5 8

86 vnteractionHbetweenHgrapheneHandHtheHsurfaceHofH“i}[WHJournalgofgPhysicsgCondensedgMatterUH2012UH
[aUH]YbYYa 1.8 52

85 nssessmentHofHdensityHfunctionalHapproximationsHforHtheHhemibondedHstructureHofHtheHwaterHdimerH
radicalHcationWHPhysicalgChemistrygChemicalgPhysicsUH2012UHZaUHZYdYbVZ[ 3.6 38

84
”heHdynamicsHandHspectroscopicHfingerprintHofHhydroxylHradicalHgenerationHthroughHwaterHdimerH
ionizationgHabHinitioHmolecularHdynamicHsimulationHstudyWHPhysicalgChemistrygChemicalgPhysicsUH2012UH
ZaUHZ]aY[Ve

3.6 25

83 “tructuresHandHdissociationHchannelsHofHprotonatedHmixedHclustersHaroundHaHsmallHmagicHnumbergH
infraredHspectroscopyHofHQQpu]R]{RnVuQTRVu[}HQnHjHZV]RWHJournalgofgPhysicalgChemistrygAUH2012UHZZcUHcdaYVf2.8 14

82 oandHtapH”uningHofHtrapheneHbyHndsorptionHofHnromaticHzoleculesWHJournalgofgPhysicalgChemistrygC
UH2012UHZZcUHZ]deeVZ]dfa 3.8 73

81 oandHgapHopeningHofHgrapheneHbyHdopingHsmallHboronHnitrideHdomainsWHNanoscaleUH2012UHaUH[ZbdVcb 7.7 190

80 zetalHfreeHhydrogenationHreactionHonHcarbonHdopedHboronHnitrideHfullerenegHnHqs”HstudyHonHtheH
kineticHissueWHInternationalgJournalgofgHydrogengEnergyUH2012UH]dUHZa]]cVZa]a[ 6.7 82

79 sirstHprinciplesHmolecularHdynamicsHstudyHofHfilledHiceHhydrogenHhydrateWHJournalgofgChemicalgPhysicsUH
2012UHZ]dUHYeabYb 3.9 16

78 ndsorptionHandHdiffusionHofHyiHonHpristineHandHdefectiveHgrapheneWHACSgAppliedgMaterialsgoamp;g
InterfacesUH2012UHaUH[a][Ve 9.5 300

77 nssessmentHofHdensityHfunctionalHtheoryHtoHcalculateHtheHphaseHtransitionHpressureHofHiceWHPhysicalg
ChemistrygChemicalgPhysicsUH2012UHZaUHZZaeaVfY 3.6 20

76 rV}y–”v}{nR−Hqv“p}VrR−H}sH”Rn{“v”v}{H“”n”r“Hv{HWn”rRHpy–“”rR“WHJournalgofgTheoreticalg
andgComputationalgChemistryUH2012UHZZUHfcbVffb 1.8 11

75 qs”H“tudyHofHuydrogenH“torageHbyH“pilloverHonHtrapheneHwithHooronH“ubstitutionWHJournalgofg
PhysicalgChemistrygCUH2011UHZZbUHf[aZVf[af 3.8 102

74 “tructuralHtrendsHofHionizedHwaterHnetworksgHvnfraredHspectroscopyHofHwaterclusterHradicalHcationsH
Qu[}RnTHQnHjH]â��ZZRWHChemicalgScienceUH2011UH[UHeceVedc 9.4 72

73 “tructuralHandHqynamicH†ropertiesHofHWaterHonHtheHta{H†olarH“urfaceWHJournalgofgPhysicalgChemistryg
CUH2011UHZZbUH[[aaaV[[abY 3.8 10

72 nHuighV†ressureH“tudyHofHtheHrffectsHofH”i}[H{anoparticlesHonHtheH“tructuralH}rganizationHofHvonicH
yiquidsWHJournalgofgPhysicalgChemistrygCUH2011UHZZbUH[]ddeV[]de] 3.8 24
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71 }peningHanHelectricalHbandHgapHofHbilayerHgrapheneHwithHmolecularHdopingWHACSgNanoUH2011UHbUHdbZdV[a 16.7 191

70 †hysisorptionH“tructureHofHWaterHonHtheHta{H†olarH“urfacegHsorceHsieldHqevelopmentHandH
zolecularHqynamicsH“imulationsWHJournalgofgPhysicalgChemistrygCUH2011UHZZbUHZZceaVZZcf] 3.8 10

69 qiscriminativeHgenerationHandHhydrogenHmodulationHofHtheHqiracVsermiHpolaronsHatHgrapheneHedgesH
andHatomicHvacanciesWHCarbonUH2011UHafUH]cZbV]c[Z 10.4 46

68 nHpossibleHoriginHofHroomHtemperatureHferromagnetismHinHvndiumâ��”inHoxideHthinHfilmgH“urfaceHspinH
polarizationHandHferromagnetismWHPhysicagB:gCondensedgMatterUH2011UHaYcUH]ZccV]Zcf 2.8 21

67 rlectronicHstructuresHofHgrapheneXboronHnitrideHsheetHsuperlatticesWHPhysicalgReviewgBUH2011UHeaUH 3.3 30

66 palculationHofHnearHxHedgeHxVrayHabsorptionHspectraHandHhydrogenHbondHnetworkHinHiceH₂vvvHunderH
compressionWHJournalgofgChemicalgPhysicsUH2010UHZ][UHZeabYc 3.9 6

65 qirectHenumerationHofHwurtziteHop[{HconfigurationsHforHstructuralHstabilityHandHhardnessH
evaluationWHDiamondgandgRelatedgMaterialsUH2010UHZfUHZYYVZYb 3.5 4

64 parbonHdopedHboronHnitrideHcagesHasHcompetitiveHcandidatesHforHhydrogenHstorageHmaterialsWH
ChemicalgCommunicationsUH2010UHacUHee]Vb 5.8 38

63 ”heHroleHofHspVhybridizedHatomsHinHcarbonHferromagnetismgHaHspinVpolarizedHdensityHfunctionalH
theoryHcalculationWHJournalgofgPhysicsgCondensedgMatterUH2010UH[[UHYacYYZ 1.8 5

62 trapheneHnanoribbonHbandVgapHexpansiongHbrokenVbondVinducedHedgeHstrainHandHquantumH
entrapmentWHNanoscaleUH2010UH[UH[ZcYV] 7.7 37

61 pomprehensiveHanalysisHonHtheHstructureHandHprotonHswitchHinHuTHQpu]}uRmQu[}RnHQmHTHnHjHbHandH
cRWHJournalgofgPhysicalgChemistrygAUH2010UHZZaUH]YfcVZY[ 2.8 12

60 nnticooperativeHeffectHinducedHbyHmixedHsolvationHinHuTHQpu]}uRmQu[}RnHQmHTHnHjHbHandHcRgHaH
theoreticalHandHinfraredHspectroscopicHstudyWHJournalgofgPhysicalgChemistrygAUH2010UHZZaUHeZdYVd 2.8 17

59 rffectsHofH₂HQVUHWUHzoUHufUH”aUH∕rRHadditionsHonHtheHidealHcleavageHfractureHofHpr[{bgHsirstVprinciplesH
determinationWHIntermetallicsUH2010UHZeUHcbVcf 3.5 19

58 pompositionVtemperatureHphaseHdiagramHofHoex∕nZâ��x}HfromHfirstHprinciplesWHComputationalg
MaterialsgScienceUH2010UHafUH“[fV“]Z 3.2 22

57 ”heHnaturalHvalenceHbandHoffsetHofHdiluteHtansZâ��x{xHandHtansgH”heHfirstVprinciplesHapproachWH
ComputationalgMaterialsgScienceUH2010UHafUH“ZbYV“Zb[ 3.2 1

56 †redictingHtheHhydrogenHbondHorderedHstructuresHofHiceHvhUHvvUHvvvUHVvHandHiceHVvvgHqs”HmethodsHwithH
localizedHbasedHsetWHComputationalgMaterialsgScienceUH2010UHafUH“ZdYV“Zdb 3.2 25

55 sunctionalizingH“ingleVHandHzultiVlayerHtrapheneHwithHorHandHor[WHJournalgofgPhysicalgChemistrygCUH
2010UHZZaUHZaf]fVZafab 3.8 38

54
yocalHstructureHrelaxationUHquantumHtrapHdepressionUHandHvalenceHchargeHpolarizationHinducedHbyH
theHshorterVandVstrongerHbondsHbetweenHunderVcoordinatedHatomsHinHgoldHnanostructuresWH
NanoscaleUH2010UH[UHaZ[Vd

7.7 34

(2010-2011)

9



53 {onconventionalHmagnetismHinHpristineHandHalkaliHdopedHvn[}]gHqensityHfunctionalHstudyWHJournalgofg
AppliedgPhysicsUH2010UHZYeUHYf]fZZ 2.5 26

52 †ossibleHroomHtemperatureHferromagnetismHofHyiVdopedHanataseH”i}[gHnHfirstVprinciplesHstudyWH
PhysicsgLettersvgSectiongA:gGeneralvgAtomicgandgSolidgStategPhysicsUH2010UH]daUHaabZVaaba 2.3 14

51 qiscoveringH–niqueUHyowVrnergyH†ureHWaterHvsomersgHzemeticHrxplorationUH}ptimizationUHandH
yandscapeHnnalysisWHIEEEgTransactionsgongEvolutionarygComputationUH2010UHZaUHaZfVa]d 15.6 29

50
zechanisticHinsightsHintoHtheHsubstrateVcontrolledHstereochemistryHofHglycalsHinHoneVpotH
rhodiumVcatalyzedHaziridinationHandHaziridineHringHopeningWHChemistrygwgAgEuropeangJournalUH2010UH
ZcUHbeeVfa

4.8 50

49 rnrichmentHofHQeUaRHsingleVwalledHcarbonHnanotubesHthroughHcoextractionHwithHheparinWHSmallUH2010UH
cUHZZYVe 11 27

48 ”heoreticalH“tudyHonH“tructuralH“tabilityHofHnlloyHpagesgHaHpaseHofH“iliconVdopedHueterofullerenesWH
CommunicationsgingComputationalgPhysicsUH2010UHeUH[efV]Y] 2.4 4

47 sindingHmultipleHfirstHorderHsaddleHpointsHusingHaHvalleyHadaptiveHclearingHgeneticHalgorithmH2009UH 4

46 RolesHofHpuHcodopingHandHoxygenHvacanciesHonHferromagnetismHinHvn[}]gseWHPhysicalgReviewgBUH2009
UHdfUH 3.3 28

45 sirstVprinciplesHstudyHofHtheHmagnetizationHofHoxygenVdepletedHvnQ[R}Q]RQYYZRHsurfacesWHJournalgofg
PhysicsgCondensedgMatterUH2009UH[ZUH[d[[Y[ 1.8 20

44 rnergyH”ransferHfromH†hotoVrxcitedHsluoreneH†olymersHtoH“ingleVWalledHparbonH{anotubesWH
JournalgofgPhysicalgChemistrygCUH2009UHZZ]UHZafacVZafb[ 3.8 49

43 nHuierarchicalHnpproachHtoH“tudyHtheH”hermalHoehaviorHofH†rotonatedHWaterHplustersHuQTRQu[}RnWH
JournalgofgChemicalgTheorygandgComputationUH2009UHbUH[c[fV]f 6.4 55

42 nHtheoreticalHstudyHofHthermalHstabilityHandHelectronicHpropertiesHofHwurtziteHandHzincblendeH
∕n}x“Zâ��xWHNewgJournalgofgPhysicsUH2009UHZZUHYf]YYe 2.9 37

41 sirstVprinciplesHstudyHonHferromagnetismHinHnitrogenVdopedHvn[}]WHAppliedgPhysicsgLettersUH2009UHfbUHYZ[bYf3.4 57

40 seatureH“electionH–singH“ingleXzultiV}bjectiveHzemeticHsrameworksWHStudiesgingComputationalg
IntelligenceUH2009UHZZZVZ]Z 0.8 8

39
†rotonHswitchHcorrelatedHwithHtheHmorphologicalHdevelopmentHofHtheHhydrogenVbondHnetworkHinH
uTHQze}uRmQu[}RZHQmHjHZVfRgHaHtheoreticalHandHinfraredHspectroscopicHstudyWHJournalgofgPhysicalg
ChemistrygAUH2009UHZZ]UH[][]V][

2.8 11

38 qensityHfunctionalHstudyHonHferromagnetismHinHnitrogenVdopedHanataseH”i}[WHAppliedgPhysicsg
LettersUH2009UHfbUHYc[bYb 3.4 81

37 nHnewHlayerHcompoundH{ba“ip]predictedHfromHfirstVprinciplesHtheoryWHJournalgPhysicsgD:gAppliedg
PhysicsUH2009UHa[UHYdbaYa 3 19

36 nHfirstVprincipleHstudyHonHtheHstructureUHstabilityHandHhardnessHofHcubicHop[{WHDiamondgandgRelatedg
MaterialsUH2009UHZeUHZ[deVZ[e[ 3.5 19
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35 “tructureHandHvibrationalHspectraHofHuQTRQusRQnRHQnj[VfRHclustersgHnnHabHinitioHstudyWHJournalgofg
ChemicalgPhysicsUH2009UHZ]ZUH[[a]Yd 3.9 3

34 †hononHandHelasticHinstabilitiesHinHrocksaltHcalciumHoxideHunderHpressuregHaHfirstVprinciplesHstudyWH
JournalgofgPhysicsgCondensedgMatterUH2009UH[ZUHYZbaY[ 1.8 11

33 qensityHfunctionalHtheoryHstudyHofHfiniteHcarbonHchainsWHACSgNanoUH2009UH]UH]deeVfa 16.7 52

32 uighlyHstereoselectiveHsynthesisHofHaminoglycosidesHviaHrhodiumVcatalyzedHandH
substrateVcontrolledHaziridinationHofHglycalsWHOrganicgandgBiomoleculargChemistryUH2009UHdUHZ[eaVd 3.9 45

31
vnfraredHphotodissociationHspectroscopyHandHdensityVfunctionalHcalculationsHofHprotonatedH
methanolHclusterHionsgH“olvationHstructuresHofHanHexcessHprotonWHJournalgofgChemicalgPhysicsUH2008UH
Z[fUHYea]Ya

3.9 10

30 ”heoreticalHstudyHofHtheHstructuralHandHelectronicHpropertiesHofH“imtenHandH“imtenVHQsHjHmHTHnHWH
JournalgofgPhysicalgChemistrygAUH2008UHZZ[UH[[]bVaZ 2.8 12

29 RamanHspectroscopyHofHepitaxialHgrapheneHonHaH“ipHsubstrateWHPhysicalgReviewgBUH2008UHddUH 3.3 429

28 zultiscaleHapproachHtoHexploreHtheHpotentialHenergyHsurfaceHofHwaterHclustersHQu[}RnnHWHJournalgofg
PhysicalgChemistrygAUH2008UHZZ[UHc[bdVcZ 2.8 28

27 nHfirstVprincipleHanalysisHonHtheHphaseHstabilitiesUHchemicalHbondsHandHbandHgapsHofHwurtziteH
structureHnQxR∕nQZVxR}HalloysHQnHjHpaUHpdUHzgRWHJournalgofgPhysicsgCondensedgMatterUH2008UH[YUH[]b[[Z 1.8 60

26 }nHtheH–seHofHoondVpountingHRulesHinH†redictingHtheH“tabilityHofHpZ[oc{cHsullereneWHJournalgofg
PhysicalgChemistrygCUH2008UHZZ[UHZbcfZVZbcfc 3.8 22

25
pomprehensiveHanalysisHofHtheHhydrogenHbondHnetworkHmorphologyHandH}uHstretchingHvibrationsH
inHprotonatedHmethanolVwaterHmixedHclustersUHuQTRQze}uRZQu[}RnHQnHjHZVeRWHJournalgofgPhysicalg
ChemistrygAUH2008UHZZ[UHZYZ[bV]]

2.8 18

24 VisualizationHandHinvestigationHofH“iâ��pHcovalentHbondingHofHsingleHcarbonHnanotubeHgrownHonHsiliconH
substrateWHAppliedgPhysicsgLettersUH2008UHf]UHZY]ZZZ 3.4 14

23 “tereocontrolledHintramolecularHaziridinationHofHglycalsgHreadyHaccessHtoHaminoglycosidesHandH
mechanisticHinsightsHfromHqs”HstudiesWHChemistrygwgAgEuropeangJournalUH2008UHZaUHZbcZVdY 4.8 59

22 }nHtheHeffectsHofHbasisVsetHinHstudyingHtheHhydrationHandHdissociationHofHusHinHcubicHusQu[}RdH
clustersWHChemicalgPhysicsgLettersUH2008UHab]UHZ]VZd 2.5 11

21 ”heoreticalHanalysesHofHtheHmorphologicalHdevelopmentHofHtheHhydrogenHbondHnetworkHinH
protonatedHmethanolHclustersWHJournalgofgPhysicalgChemistrygAUH2007UHZZZUHfa]eVab 2.8 23

20 pompatibilityHbetweenHmethanolHandHwaterHinHtheHthreeVdimensionalHcageHformationHofHlargeVsizedH
protonatedHmethanolVwaterHmixedHclustersWHJournalgofgChemicalgPhysicsUH2007UHZ[cUHZfa]Yc 3.9 26

19 nnisotropyHofHelectronVphononHcouplingHinHsingleHwurtziteHpd“HnanowiresWHAppliedgPhysicsgLettersUH
2007UHfZUHZdZfZZ 3.4 36

18 uighHpressureHphotoluminescenceHandHRamanHinvestigationsHofHpd“eâ��∕n“HcoreXshellHquantumHdotsWH
AppliedgPhysicsgLettersUH2007UHfYUHY[Zf[Z 3.4 33
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17 nHdirectHfirstHprinciplesHstudyHonHtheHstructureHandHelectronicHpropertiesHofHoex∕nZâ��x}WHAppliedg
PhysicsgLettersUH2007UHfZUHZ[ZZ[Z 3.4 56

16 uydrogenHbondHtopologyHandHtheHiceHVvvXVvvvHandHvhX₂vHprotonHorderingHphaseHtransitionsWHPhysicalg
ReviewgEUH2006UHd]UHYbcZZ] 2.4 55

15 nHfirstHprinciplesHstudyHonHtheHstructureHofHiceVVvgHstaticHdistortionUHmolecularHgeometryUHandHprotonH
orderingWHJournalgofgPhysicalgChemistrygBUH2006UHZZYUH]cfdVdY] 3.4 43

14 sirstHprincipleHstudyHonHtheHstructureHofHuTQu[}RcWHJournalgofgPhysics:gConferencegSeriesUH2006UH[eUHedVfY 0.3 6

13 ”heHlowVtemperatureHprotonVorderedHphasesHofHiceHpredictedHbyHabHinitioHmethodsWHPhysicalg
ChemistrygChemicalgPhysicsUH2005UHdUH]d]]Vd 3.6 25

12 {uclearHquantumHeffectsHonHtheHstructureHandHenergeticsHofHQu[}RcuTWHPhysicalgChemistrygChemicalg
PhysicsUH2005UHdUH[][aV][ 3.6 36

11 VibrationalHpredissociationHspectraHandHhydrogenVbondHtopologiesHofHuTQu[}RfVZZWHPhysicalg
ChemistrygChemicalgPhysicsUH2005UHdUHf]eVaa 3.6 78

10 RecentHadvancesHinHunderstandingHtheHstructuresHofHmediumVsizedHprotonatedHwaterHclustersWH
InternationalgReviewsgingPhysicalgChemistryUH2005UH[aUHbb]Vbde 7 97

9 “tructureHofHprotonatedHwaterHclustersgHlowVenergyHstructuresHandHfiniteHtemperatureHbehaviorWH
JournalgofgChemicalgPhysicsUH2005UHZ[[UHY[abZc 3.9 93

8 ”heHeffectHofHprotonHdisorderHonHtheHstructureHofHiceVvhgHaHtheoreticalHstudyWHJournalgofgChemicalg
PhysicsUH2005UHZ[]UHZ]abYb 3.9 44

7 uydrogenVbondHtopologyHandHtheHiceHVvvXVvvvHandHiceHvhX₂vHprotonVorderingHphaseHtransitionsWH
PhysicalgReviewgLettersUH2005UHfaUHZ]bdYZ 7.4 78

6 †rotonatedHclathrateHcagesHenclosingHneutralHwaterHmoleculesgHQuTRQu[}R[ZHandHQuTRQu[}R[eWH
JournalgofgChemicalgPhysicsUH2005UHZ[[UHYda]Zb 3.9 139

5 qissociationHofHhydrogenHfluorideHinHusQuQ[R}RQdRWHJournalgofgChemicalgPhysicsUH2004UHZ[YUHacfYVb 3.9 34

4 “tructureHofHvceVVvvHandHvceVVvvvgHHnHQuantumHzechanicalH“tudyâ� WHJournalgofgPhysicalgChemistrygBUH
2004UHZYeUHZfc]aVZfc]f 3.4 43

3 traphHinvariantsHforHperiodicHsystemsgHtowardsHpredictingHphysicalHpropertiesHfromHtheHhydrogenH
bondHtopologyHofHiceWHPhysicalgReviewgEUH2003UHcdUHYZcZZa 2.4 34

2 “hortHuVbondsHandHspontaneousHselfVdissociationHinHQu[}R[YgHrffectsHofHuVbondHtopologyWHJournalgofg
ChemicalgPhysicsUH2003UHZZeUH]be]V]bee 3.9 78

1 }nHtheHuseHofHgraphHinvariantsHforHefficientlyHgeneratingHhydrogenHbondHtopologiesHandHpredictingH
physicalHpropertiesHofHwaterHclustersHandHiceWHJournalgofgChemicalgPhysicsUH2001UHZZaUH[b[dV[baY 3.9 103
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