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257 rnfraredE–pectroscopyEofEwqZQNwqYOnSWENnEfE]â��bOcEE–hellE–tructuresEandElollectiveE˛‰XE−ibrationsTE
ThekJournalkofkPhysicalkChemistryRE1996REWVVREWVV[VSWVV[Z 39

256 lj–y—XEandEv†EvyXEcalculationsEofEpotentialEcurvesEandEeffectiveEexchangeEintegralsEforEtheE
dimerEofEtripletEmethyleneTEChemicalkPhysicskLettersRE1994REXX[REXWYSXXV 2.5 39

255 zuantumEdynamicsEofEwSmethylacetamideEstudiedEbyEtheEvibrationalEconfigurationEinteractionE
methodTEChemicalkPhysicskLettersRE2007REZZYRE]SWW 2.5 38

254 uocalEreactivityEdescriptorsEtoEpredictEtheEstrengthEofEuewisEacidEsitesEinEalkaliEcationSexchangedE
zeolitesTEChemicalkPhysicskLettersRE2004REYabREWa]SWbV 2.5 38

253 uewisEacidityEandEbasicityEofEcationSexchangedEzeolitescEzvUvvEandEdensityEfunctionalEstudiesTE
JournalkofkMolecularkCatalysiskARE2002REWaWREX`[SXaX 38

252 jEnewEanalyticEformEofEabEinitioEpotentialEenergyEfunctioncEjnEapplicationEtoEqXxTEJournalkofk
ChemicalkPhysicsRE2002REWW]REYb]YSYb]] 3.9 38

251 —heoreticalEstudyEofEtheEelectronicEgroundEstateEofEironNrrOEporphineTEChemicalkPhysicskLettersRE1998RE
Xb[REYaVSYaa 2.5 37

Kimihiko Hirao
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250 qighlyEaccurateEpotentialSenergyEandEdipoleEmomentEsurfacesEforEvibrationalEstateEcalculationsEofE
methaneTEJournalkofkChemicalkPhysicsRE2006REWXZRE]ZYWW 3.9 37

249
yhotodissociationEofEalkylEandEarylEiodidesEandEeffectEofEfluorinationcEjnalysisEofEproposedE
mechanismsEandEverticalEexcitationsEbyEspinâ��orbitEabEinitioEstudyTEJournalkofkChemicalkPhysicsRE2002RE
WW`RE`V]aS`V`]

3.9 37

248 llusterEexpansionEofEtheEwavefunctionTEChemicalkPhysicskLettersRE1981RE`bREXbXSXba 2.5 37

247 †elativisticEcalculationsEofEgroundEandEexcitedEstatesEofEuiYbEmoleculeEforEultracoldE
photoassociationEspectroscopyEstudiesTEJournalkofkChemicalkPhysicsRE2010REWYYREWXZYW` 3.9 36

246 —heErelativisticEcompleteEactiveSspaceEsecondSorderEperturbationEtheoryEwithEtheEfourScomponentE
miracEqamiltonianTEJournalkofkChemicalkPhysicsRE2006REWX[REXYZWWV 3.9 36

245 oranckSlondonEfactorsEbasedEonEanharmonicEvibrationalEwaveEfunctionsEofEpolyatomicEmoleculesTE
JournalkofkChemicalkPhysicsRE2006REWX[REVWZWVb 3.9 36

244 vultireferenceEperturbationEtheoryEwithEoptimizedEpartitioningTErTE—heoreticalEandEcomputationalE
aspectsTEJournalkofkChemicalkPhysicsRE2003REWWaREaWb`SaXV] 3.9 36

243 rnvestigationEofEtheEuseEofEdensityEfunctionalsEinEsecondSEandEthirdSrowEtransitionEmetalEdimerE
calculationsTEJournalkofkComputationalkChemistryRE2001REXXREWbb[SXVVb 3.5 36

242
jEpolarizableEmixedEqamiltonianEmodelEofEelectronicEstructureEforEmicroSsolvatedEexcitedEstatesTErTE
nnergyEandEgradientsEformulationEandEapplicationEtoEformaldehydeENWjXOTEJournalkofkChemicalk
PhysicsRE2002REWW`REWXZXSWX[[

3.9 35

241 WaterEclusterEanionsEstudiedEbyEtheElongSrangeEcorrectedEdensityEfunctionalEtheoryTEJournalkofk
PhysicalkChemistrykARE2008REWWXREbaZ[S[Y 2.8 34

240 rmprovedEvirtualEorbitalsEinEtheEextendedEbasisEfunctionEspaceTEJournalkofkChemicalkPhysicsRE1977RE
]]REXW[`SXW]V 3.9 34

239 llusterEexpansionEofEtheEwavefunctionTE–tructureEofEtheEclosedSshellEorbitalEtheoryTEJournalkofk
ChemicalkPhysicsRE1978RE]bREZ[Y[SZ[Z` 3.9 34

238 jEcompleteEactiveEspaceEvalenceEbondEmethodEwithEnonorthogonalEorbitalsTEJournalkofkChemicalk
PhysicsRE1997REWV`REbb]]Sbb`Z 3.9 33

237 uongSrangeEcorrectedEtimeSdependentEdensityEfunctionalEstudyEonEfluorescenceEofE
ZRZMSdimethylaminobenzonitrileTEJournalkofkChemicalkPhysicsRE2007REWX]REVYZ[VZ 3.9 33

236 —heoreticalEstudyEofEammoniaEactivationEbyEvQENvf–cREwiREluOTEJournalkofkChemicalkPhysicsRE1999RE
WWVREWVa]YSWVa`Y 3.9 33

235 proundSstateEpropertiesEofEvqREvllREandEvXENvfluREjgREandEjuOEcalculatedEbyEaEscalarErelativisticE
densityEfunctionalEtheoryTEInternationalkJournalkofkQuantumkChemistryRE1999RE`[RE`[`S`]] 2.1 33

234
vonteElarloEmicrosolvationEsimulationsEforEexcitedEstatesEusingEaEmixedSqamiltonianEmodelEwithE
polarizableEandEvibratingEwaterscEjpplicationsEtoEtheEblueshiftEofEtheEqXlxEWNˇ�PeSnOEexcitationTE
JournalkofkChemicalkPhysicsRE2002REWW`REXZaSX[`

3.9 32

233 —heoreticalEstudyEofEtheElowSlyingEelectronicEstatesEofEXexEandEXe–TEJournalkofkChemicalkPhysicsRE
1998REWVaREW[WZSW[XW 3.9 32

(1998-2006)

9



232 kindingEenergiesEandEelectronicEstructuresEofEluEQENxqEXEOEnEandEluEQENwqEYEOEnENEnEfWâ��ZOcEanomalyEofE
theEtwoEligandEluEQEcomplexesTEComputationalkandkTheoreticalkChemistryRE1999REZ]bREXVWSXWY 32

231
nffectsEofEmercuryNrrOEonEstructuralEpropertiesREelectronicEstructureEandEø−EabsorptionEspectraEofEaE
duplexEcontainingEthymineSmercuryNrrOSthymineEnucleobaseEpairsTEPhysicalkChemistrykChemicalk
PhysicsRE2010REWXREbVbSW`

3.6 31

230
—heoreticalEstudyEofEtheEmechanismEofEhydrogenationEofEsideSonEcoordinatedEdinitrogenEactivatedE
byEΠrEbinuclearEcomplexesENΣNeta[Sl[veZqOXΠrνXNmuXRetaXRetaXSwXOOTEJournalkofkPhysicalkChemistryk
ARE2005REWVbREaaVVSa

2.8 31

229 zuantalEcumulantEdynamicscEgeneralEtheoryTEJournalkofkChemicalkPhysicsRE2006REWX[REXZZWVX 3.9 31

228 rnfluenceEofEytEcomplexEbindingEonEtheEguanineâ��cytosineEpaircEjEtheoreticalEstudyTEChemicalkPhysicsk
LettersRE2006REZXYREYYWSYYZ 2.5 31

227 yarameterSfreeEexchangeEfunctionalTEPhysicalkReviewkBRE2000RE]XREW[[X`SW[[YW 3.3 31

226 —heoreticalEstudyEofElqZEphotodissociationEonEtheEytNWWWOEsurfaceTEJournalkofkChemicalkPhysicsRE
1997REWV`REZW[SZXZ 3.9 30

225
qydrideStransferEreactionscEtemperatureEdependenceEofErateEconstantsEforEisopropylNWQOEQE
isobutaneEfEpropaneEQEtertSbutylNWQOdEclustersEofEisopropylNWQOEandEtertSbutylNWQOEwithEpropaneEandE
isobutaneTEThekJournalkofkPhysicalkChemistryRE1989REbYREZVWVSZVW]

30

224 rmprovedEvirtualEorbitalsEinEtheEpotentialEofEtheE–loEionTEChemicalkPhysicskLettersRE1977REZ[RE[[S[a 2.5 30

223 nxactSexchangeEtimeSdependentEdensitySfunctionalEtheoryEwithEtheEfrequencySdependentEkernelTE
PhysicalkReviewkARE2006RE`YRE 2.6 29

222 †elativisticEelectronicEstructureEtheoryTEJournalkofkComputationalkChemistryRE2002REXYREaZ`S]V 3.5 29

221 —hirdSorderEmouglasâ��trollEabEinitioEmodelEpotentialEforEactinideEelementsTEJournalkofkChemicalk
PhysicsRE2002REWW`REY[b`SY]VZ 3.9 29

220 xnEtheEtransferabilityEofErelativisticEpseudopotentialsEinEdensitySfunctionalEcalculationscEjuqREjullRE
andEjuXTEChemicalkPhysicskLettersRE2000REYXZREZ[YSZ[a 2.5 29

219 jnharmonicEvibrationalEfrequenciesEandEvibrationallyEaveragedEstructuresEandEnuclearEmagneticE
resonanceEparametersEofEoqoSTEJournalkofkChemicalkPhysicsRE2008REWXaREXWZYV[ 3.9 28

218 jEdualSlevelEapproachEtoEdensitySfunctionalEtheoryTEJournalkofkChemicalkPhysicsRE2006REWXZREWaZWVa 3.9 28

217 —heoreticalEstudyEofEvalenceEphotoelectronEspectrumEofExsxZcEjEspinSorbitE†n–lSlj–y—XEstudyTE
JournalkofkChemicalkPhysicsRE2000REWWXREWVWZXSWVWZa 3.9 28

216 lomputationalEstudiesEofEsatelliteEpeaksEofEtheEinnerSvalenceEionizationEofElXqZRElXqXEandEqX–E
usingEtheE–jlElrEmethodTEChemicalkPhysicsRE1989REWYaREX``SXbV 2.3 28

215 lanEtheEebselenEderivativesEcatalyzeEtheEisomerizationEofEperoxynitriteEtoEnitratehTEJournalkofkthek
AmericankChemicalkSocietyRE2003REWX[REYa``Saa 16.4 27
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214 jEtheoreticalEstudyEofEtheEgasSphaseEchemiSionizationEreactionEbetweenEuraniumEandEoxygenE
atomsTEJournalkofkChemicalkPhysicsRE2005REWXXREWZZYW` 3.9 27

213 jElj–lrSv†vyEmethodEbasedEonEtohnâ��–hamEorbitalsTEMolecularkPhysicsRE2002REWVVRE`XbS`Z[ 1.7 27

212 jEcorrelationEbetweenEprotonEaffinitiesEandEintramolecularEhydrogenEbondsEinEbifunctionalEorganicE
compoundsTEThekJournalkofkPhysicalkChemistryRE1992REb]REWVX]WSWVX]Z 27

211 jnEapproximateEsecondSorderEvˆ‚llerâ��ylessetEperturbationEapproachEforElargeEmolecularE
calculationsTEChemicalkPhysicskLettersRE2006REZX`REXX[SXXb 2.5 26

210
–wXEreactionsEinEtheEgasEphaseTE—ransitionEstatesEforEtheEreactioncEllâ��EQE†krEfEll†EQEkrâ��REwhereE
†EfElqYRElXq[REandEisoSlYq`REfromEabinitioEcalculationsEandEcomparisonEwithEexperimentTE–olventE
effectsTECanadiankJournalkofkChemistryRE1989RE]`REWX]XSWX]`

0.9 26

209 uigandEeffectEonEuraniumEisotopeEfractionationsEcausedEbyEnuclearEvolumeEeffectscEjnEabEinitioE
relativisticEmolecularEorbitalEstudyTEJournalkofkChemicalkPhysicsRE2010REWYYREVZZYVb 3.9 25

208 jElocalEsecondSorderEvˆ‚llerSylessetEmethodEwithElocalizedEorbitalscEaEparallelizedEefficientEelectronE
correlationEmethodTEJournalkofkChemicalkPhysicsRE2004REWXVRE]Y`[SaV 3.9 25

207 mifferencesEandE–imilaritiesEinEtheE†eactivityEofEyeroxynitriteEjnionEandEyeroxynitrousEjcidEwithE
nbselenTEjE—heoreticalE–tudyâ� TEJournalkofkPhysicalkChemistrykARE2003REWV`REW[]YSW[`Y 2.8 25

206 —heEhydrogenEabstractionEreactionscEaEmultireferenceEvˆ‚llerâ��ylessetEperturbationENv†vyOEtheoryE
studyTEChemicalkPhysicskLettersRE2000REYWbRE]b[S`VV 2.5 25

205 vultireferenceEvˆ‚llerSylessetEperturbationEtreatmentEforEvalenceEandE†ydbergEexcitedEstatesEofE
benzeneTEChemicalkPhysicskLettersRE1995REXY[REZYVSZY[ 2.5 25

204 jEtheoreticalEstudyEonEtheEdipoleEmomentEofEwXxEandEtheEweaklyEboundEcomplexesEformedEbyE
wXxTEJournalkofkChemicalkPhysicsRE1991REb[REabbbSbVVa 3.9 25

203
jnEjnalysisEofEtheE—hroughSbondErnteractionEøsingEtheEuocalizedEvolecularExrbitalsTErTErnteractionsE
betweenEuoneSpairExrbitalsEinEjzinescEyyridazineREyyrimidineREandEyyrazineTEBulletinkofkthekChemicalk
SocietykofkJapanRE1978RE[WREYZZYSYZZa

5.1 25

202 jnEexaminationEofEdensityEfunctionalEtheoriesEonEisomerizationEenergyEcalculationsEofEorganicE
moleculesTETheoreticalkChemistrykAccountsRE2011REWYVREa[WSa[` 1.9 24

201 nffectEofEoutSofSplaneEvibrationEonEtheEhydrogenEatomEtransferEreactionEinEmalonaldehydeTE
ChemicalkPhysicskLettersRE2004REYb`REZY[SZZV 2.5 24

200 vultireferenceEperturbationEtheoryEwithEoptimizedEpartitioningTErrTEjpplicationsEtoEmolecularE
systemsTEJournalkofkComputationalkChemistryRE2003REXZREWYbVSZVV 3.5 24

199
jEpolarizableEmixedEqamiltonianEmodelEofEelectronicEstructureEforEsolvatedEexcitedEstatesTErrTE
jpplicationEtoEtheEblueEshiftEofEtheEqXlxEWNˇ�PeSnOEexcitationEinEwaterTEJournalkofkChemicalkPhysicsRE
2002REWW`REWX[]SWX]a

3.9 24

198 –tudyEofEtheEelectronicEstructuresEofElithiumEhydridesREuinqmENmETltoreqTEnETltoreqTEZOTEThekJournalkofk
PhysicalkChemistryRE1981REa[REYYbWSYYb] 24

197 —heoreticalEstudyEonEtheEgasSphaseEsolvationEofEtheEprotonEbyEmethanolEandEdimethylEetherTE
ChemicalkPhysicskLettersRE1982REa`REWaWSWa[ 2.5 24

(1982-2005)

11



196 oromEl]VEtoErnfinitycEuargeS–caleEzuantumElhemistryElalculationsEofEtheEqeatsEofEoormationEofE
qigherEoullerenesTEJournalkofkthekAmericankChemicalkSocietyRE2016REWYaREWZXVSb 16.4 23

195 jcetalizationEandEthioacetalizationEofEcabonylEcompoundscEaEcaseEstudyEbasedEonEglobalEandElocalE
electrophilicityEdescriptorsTEJournalkofkComputationalkChemistryRE2006REX`RE``YSaV 3.5 23

194 yseudospectralEapproachEtoErelativisticEmolecularEtheoryTEJournalkofkChemicalkPhysicsRE2004REWXWREYZYaSZ[3.9 23

193 —heEabEinitioEmodelEpotentialEmethodEwithEtheEspinSfreeErelativisticEschemeEbyEeliminatingEsmallE
componentsEqamiltonianTEJournalkofkChemicalkPhysicsRE2001REWWZRE]VVVS]VV] 3.9 23

192 —heoreticalEstudyEonEtheEstabilityEandEtheEstructureTEChemicalkPhysicskLettersRE1978RE[]RE[Z]S[Za 2.5 23

191 oirstSprinciplesEquantumEcalculationsEonEtheEinfraredEspectrumEandEvibrationalEdynamicsEofEtheE
guanineScytosineEbaseEpairTEChemPhysChemRE2009REWVREWZZXSZ 3.2 22

190 jpplicationEofEaEkineticEenergyEpartitioningEschemeEforEabEinitioEmolecularEdynamicsEtoEreactionsE
associatedEwithEionizationEinEwaterEtetramersTEPhysicalkChemistrykChemicalkPhysicsRE2008REWVREXVYYSZX 3.6 22

189 ø—lhemEâ��EjEyrogramEforEabEinitioEzuantumElhemistryTELecturekNoteskinkComputerkScienceRE2003REaZSb[ 0.9 22

188 jEtheoreticalEstudyEofEtheElowSlyingEstatesEofEtheEju–iEmoleculecEjnEassignmentEofEtheEexcitedEjE
andEmEstatesTEJournalkofkChemicalkPhysicsRE2002REWW`RE`b]VS`b]` 3.9 22

187 wewEalgorithmEforEelectronErepulsionEintegralsEorientedEtoEtheEgeneralEcontractionEschemeTE
InternationalkJournalkofkQuantumkChemistryRE2000RE`]REYb]SZV] 2.1 22

186 —heoreticalEstudyEonEtheEstructureEandEstabilityEofEXâ��NlqYlwOnENXEfEoEandEllREnEfEWRXRYRZOEclustersTE
ChemicalkPhysicskLettersRE1981REaZRE[baS]VY 2.5 22

185 jEtheoreticalEinvestigationEonEphotocatalyticEoxidationEonEtheE—ixXEsurfaceTEJournalkofkChemicalk
PhysicsRE2012REWY]REVXZ`V] 3.9 21

184 mynamicEreactionEpathEstudyEofE–iqZQoâ��Sg–iqZoâ��EandEtheEkerryEpseudorotationEwithEvalleyâ��ridgeE
inflectionTEComputationalkandkTheoreticalkChemistryRE1998REZ[WREW]YSW`` 21

183 jbEinitioEdirectEmolecularEdynamicsEstudyEofEtheEfragmentationEofEoNqXxOEcomplexEgeneratedEbyE
photodetachmentEofEoâ��NqXxOEanionEcomplexTEChemicalkPhysicskLettersRE2002REY]YREZ[aSZ]Z 2.5 21

182 jE–impleEvodelEtoEyredictEyreferableEjldolEyroductsEfromEønsymmetricalEtetonesEøsingEuocalE
qardâ��–oftEjcidâ��kaseElonceptTEJournalkofkPhysicalkChemistrykARE2001REWV[REXWW`SXWXZ 2.8 21

181 lommunicationcE–ingularitySfreeEhybridEfunctionalEwithEaEpaussianSattenuatingEexactEexchangeEinEaE
planeSwaveEbasisTEJournalkofkChemicalkPhysicsRE2013REWYaREXZWWVW 3.9 20

180 –equenceSdependentEprotonStransferEreactionEinEstackedEplEpairErrcE—heEoriginEofEstabilitiesEofE
protonStransferEproductsTEChemicalkPhysicskLettersRE2009REZ`aREXYaSXZX 2.5 20

179 jEthirdSorderEmouglasâ��trollEabEinitioEmodelEpotentialEforEtheElanthanidesTEChemicalkPhysicskLettersRE
2002REY]WREYYZSYZV 2.5 20
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178 —heoreticalEinvestigationEofEadsorptionEofEorganicEmoleculesEontoEoeNWWVOEsurfaceTEComputationalk
andkTheoreticalkChemistryRE2005RE`W]REZ[S]V 20

177 jEreexaminationEofEexchangeEenergyEfunctionalsTEJournalkofkChemicalkPhysicsRE1999REWWWRE[][]S[]]` 3.9 20

176 –jlSlrEandEfullSlrEcalculationsEforEtheEsingletEandEtripletEexcitedEstatesEofEqXxTEChemicalkPhysicsk
LettersRE1991REW`bRE[[[S[[a 2.5 20

175 llusterEexpansionEofEtheEwavefunctionTE—heEopenSshellEorbitalEtheoryEincludingEelectronEcorrelationTE
JournalkofkChemicalkPhysicsRE1978RE]bREZ[ZaSZ[]Y 3.9 20

174 jnEefficientEstateSspecificEschemeEofEtimeSdependentEdensityEfunctionalEtheoryTEChemicalkPhysicsk
LettersRE2006REZXVREYbWSYb] 2.5 19

173 †ealEtimeEmixedEquantumSclassicalEdynamicsEwithEabEinitioEquarticEforceEfieldcEjpplicationEtoE
molecularEvibrationalEfrequencyEanalysisTEChemicalkPhysicskLettersRE2006REZYXRE[a[S[bV 2.5 19

172 —heEgasSphaseEchemiionizationEreactionEbetweenEsamariumEandEoxygenEatomscEaEtheoreticalEstudyTE
JournalkofkChemicalkPhysicsRE2004REWXVREbbbaSWVVVW 3.9 19

171 lomplexationEofEuiQandEluQwithEqXENXEfEoREllRExqRE–qREwqXREandEyqXOEvoleculesEbyEkYuYyEandE
ll–mN—OEvethodsTEJournalkofkPhysicalkChemistrykARE2000REWVZREWYaSWZZ 2.8 19

170 vodifiedEregionalEselfSinteractionEcorrectionEmethodEbasedEonEtheEpseudospectralEmethodTEJournalk
ofkPhysicalkChemistrykARE2010REWWZREa[XWSa 2.8 18

169 uinearSscalingEmultipoleSacceleratedEpaussianEandEfiniteSelementEloulombEmethodTEJournalkofk
ChemicalkPhysicsRE2008REWXaREV[ZWV[ 3.9 18

168 wewEimplementationEofEmolecularEdoubleEpointSgroupEsymmetryEinEfourScomponentErelativisticE
paussianStypeEspinorsTEInternationalkJournalkofkQuantumkChemistryRE2007REWV`REWYaXSWYab 2.1 18

167 paussianEandEfiniteSelementEloulombEmethodEforEtheEfastEevaluationEofEloulombEintegralsTEJournalk
ofkChemicalkPhysicsRE2007REWX]REWZZWV] 3.9 18

166 mirectEabEinitioEmolecularEdynamicsEstudyEofElqYQQkenzeneTEChemicalkPhysicskLettersRE2004REYb]REW]SXV 2.5 18

165 jEtransversingEconnectionEbetweenEdensityEfunctionalsTEJournalkofkChemicalkPhysicsRE2001REWWZRE][V[S][WY3.9 18

164 jEtheoreticalEstudyEonEXShydroxypyrazineEandEXRYSdihydroxypyrazinecEtautomerismREintramolecularE
hydrogenEbondREsolventEeffectsTEComputationalkandkTheoreticalkChemistryRE1999REZ[bREXXbSXY` 18

163 nlectronicEstructuresEofEytluREytjgREandEytjuEmoleculescEaEmiracEfourScomponentErelativisticEstudyTE
ChemicalkPhysicsRE2005REYWWREWXbSWY` 2.3 17

162 tineticEandEtheoreticalEstudiesEonEtheEmechanismEofEalkalineEhydrolysisEofEmwjTEJournalkofkOrganick
ChemistryRE2000RE][REZYbWS] 4.2 17

161 llusterEexpansionEofEtheEwavefunctionTElomparisonEwithEfullElrEresultsTEChemicalkPhysicskLettersRE
1983REWVVRE[WbS[XX 2.5 17

(1983-2005)
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160 —heoreticalEstudyEofEtheEstructureEandEstabilityEofEoligomersEofElithiumEhydrideTEInorganickChemistryRE
1981REXVREY][bSY]]Y 5.1 17

159 —heoreticalEstudyEonEtheEstabilityEandEstructureEofEqQNqlwOnEandEvQNlqYlwOnENvQEfEqQREuiQREandE
waQOEclustersTEThekJournalkofkPhysicalkChemistryRE1982REa]REX]X]SX]YX 17

158 qowEtoEresolveEtheEorbitalEambiguityEtoEobtainEtheEorbitalEsetEwhichEisEstableEtoEanEexcitationTE
JournalkofkChemicalkPhysicsRE1974RE]WREYXZ`SYX[X 3.9 17

157 uongSrangeEcorrectedEdensityEfunctionalEtheoryEwithEoptimizedEoneSparameterEprogressiveE
correlationEfunctionalENulSkxyWXEandEulgauSkxyWXOTEChemicalkPhysicskLettersRE2013RE[]YREW[SWb 2.5 16

156
—heEeffectEofEsilylEandEphenylEfunctionalEgroupEendEcapsEonEtheEnonlinearEopticalEpropertiesEofE
polyynescEjElongSrangeEcorrectedEdensityEfunctionalEtheoryEstudyTEInternationalkJournalkofkQuantumk
ChemistryRE2009REWVbREXVWXSXVXX

2.1 16

155 nnhancementEofEtheE–timulatedE†amanE–catteringEofEkenzeneâ��—olueneEvixturesEunderE–trongE
nxcitationElonditionEinEtheEuiquidEyhaseTEJournalkofkPhysicalkChemistrykARE2003REWV`REb]aSb`Y 2.8 16

154 jdsorptionEofE–mallEvoleculesEinEΠeolitescEEjEuocalEqardâ��–oftEjcidâ��kaseEjpproachTEJournalkofk
PhysicalkChemistrykBRE2003REWV`REa[`ZSa[`` 3.4 16

153 xnEtheEgroundSstateEspectroscopicEconstantsEofE—lXTEJournalkofkChemicalkPhysicsRE2000REWWXREbY[YSbY[[ 3.9 16

152 mifferentEbasesEforEdifferentEcorrelationEeffectscEmultireferenceEvˆ‚llerâ��ylessetEperturbationE
theoryEinEtheEextendedEbasisEfunctionEspaceTEChemicalkPhysicskLettersRE1999REYVVREYVYSYWW 2.5 16

151 jnEanalysisEofEtheEthroughSbondEinteractionEusingEtheElocalizedEmolecularEorbitalsâ��rrTETetrahedronRE
1979REY[RE`VWS`V] 2.4 16

150 uongSrangeEcorrectedEdensityEfunctionalEtheoryEwithEacceleratedEqartreeSoockEexchangeE
integrationEusingEaEtwoSpaussianEoperatorEΣulSˇ�yknNXpauOνTEJournalkofkChemicalkPhysicsRE2015REWZYREWZZWWX3.9 15

149 mipoleEmomentsEofEX˛£EandEX˛ EstatesEofElwEradicalEatEdifferentEinternuclearEdistancesEviaEoockEspaceE
multiSreferenceEcoupledEclusterElinearEresponseEapproachTEChemicalkPhysicskLettersRE2001REYZ`REWXWSWX] 2.5 15

148 —heoreticalEstudyEofEtheEunusualEpotentialEenergyEcurveEofEtheEjEW˛£QEstateEofEjgqTEJournalkofk
ChemicalkPhysicsRE2002REWW]REaYb] 3.9 15

147 vultidimensionalEtunnelingEdynamicsEonEq–ixqEcisStransEisomerizationEwithEinterpolatedEpotentialE
energyEsurfaceTEJournalkofkChemicalkPhysicsRE1999REWWWREYZWVSYZWb 3.9 15

146 —heoreticalEstudyEofEtheEgasSphaseEinteractionEbetweenEaEchlorideEionEandEaEsolventEmoleculeTE
ChemicalkPhysicskLettersRE1982REbXREW`XSW`Z 2.5 15

145 jssessmentEofErangeSseparatedEfunctionalsEinEtheEpresenceEofEimplicitEsolventcElomputationEofE
oxidationEenergyREreductionEenergyREandEorbitalEenergyTEJournalkofkChemicalkPhysicsRE2017REWZ]REW]ZWVX 3.9 14

144
–pinSorbitErelativisticElongSrangeEcorrectedEtimeSdependentEdensityEfunctionalEtheoryEforE
investigatingEspinSforbiddenEtransitionsEinEphotochemicalEreactionsTEJournalkofkChemicalkPhysicsRE
2011REWY[REXXZWV]

3.9 14

143 jEleastSactionEvariationalEmethodEforEdeterminingEtunnelingEpathsEinEmultidimensionalEsystemTE
JournalkofkChemicalkPhysicsRE1997REWV`REWV[V]SWV[WZ 3.9 14

Kimihiko Hirao
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142 —heEgeneralizedEsymmetryEadaptedEclusterEtheoryTEJournalkofkChemicalkPhysicsRE1991REb[REY[abSY[b[ 3.9 14

141 oullElrEandE–jlElrEcalculationsEforEionizedEstatesREelectronSattachedEstatesEandEtripletEexcitedEstatesE
ofEqXxTEChemicalkPhysicskLettersRE1984REWWWRE[YYS[Ya 2.5 14

140 –jlSlrEcalculationsEofEtheEelectronEaffinityEofE–xXTEJournalkofkChemicalkPhysicsRE1985REaYREWZYYSWZYZ 3.9 14

139 jEtheoreticalEstudyEofEtheEstructureEandEstabilityEofEqQNlxOnREqQNwXOnREandEqQNxXOnEclustersENnEfE
WS]OTEJournalkofkthekAmericankChemicalkSocietyRE1981REWVYREXW`]SXW`b 16.4 14

138 volecularEorbitalEcalculationsEonEtheEnitrogenEnuclearEspinSspinEcouplingEconstantsTEThekJournalkofk
PhysicalkChemistryRE1975RE`bREWa]YSWa]` 14

137 yossibilityEofEmultiSconformationalEstructureEofEmismatchEmwjEnucleobaseEinEtheEpresenceEofE
silverNrOEionsTEChemicalkPhysicskLettersRE2010REZb[REWX[SWYV 2.5 13

136 mynamicEzuantumErsotopeEnffectsEonEvultipleEyrotonS—ransferE†eactionsTEBulletinkofkthekChemicalk
SocietykofkJapanRE2008REaWREWXYVSWXZV 5.1 13

135 zuantalEcumulantEdynamicsErrcEjnEefficientEtimeSreversibleEintegratorTEChemicalkPhysicskLettersRE
2007REZZYREZWZSZWb 2.5 13

134 –electiveElatalyticE†eductionEofEwitricExxideEbyEjmmoniacEE—heEjctivationEvechanismTEJournalkofk
PhysicalkChemistrykBRE2004REWVaREWXX]ZSWXX]] 3.4 13

133 †ecentEadvancesEinEabEinitioREdensityEfunctionalEtheoryREandErelativisticEelectronicEstructureEtheoryE
2005RE[V`S[[` 13

132 rnfluenceEofEisomorphousEsubstitutionEonEacidityEofEzeolitescEabEinitioEandEdensityEfunctionalE
studiesTEComputationalkandkTheoreticalkChemistryRE2001RE[Y[REYWSYa 13

131 †esearchEactivitiesEofEtheEtheoreticalEchemistryEgroupEatEtheEøniversityEofE—okyoTEComputationalk
andkTheoreticalkChemistryRE2001RE[`YREbWSWXa 13

130 jbEinitioEmolecularEorbitalEcalculationEonEtheErotationalEisomerismEofEWRXSdichloroethaneEandE
WSchloropropaneTEJournalkofkMolecularkStructureRE1986REWZ]REYVbSYX` 3.4 13

129 jEtheoreticalEstudyEonEtheEstructuresEandEstabilitiesEofEprotonatedEhydrogenEsulphideEâ��EhydrogenE
sulfideEclustersTECanadiankJournalkofkChemistryRE1985RE]YREX[`WSX[`Z 0.9 13

128 —heEnlectronicE–tructuresEoftransandcisrsomersEofE–omeEqalogenoethylenesTEBulletinkofkthek
ChemicalkSocietykofkJapanRE1971REZZREXV]XSXV]] 5.1 13

127 jEsemiempiricalElongSrangeEcorrectedEexchangeEcorrelationEfunctionalEincludingEaEshortSrangeE
paussianEattenuationENulgauSkb`OTEJournalkofkComputationalkChemistryRE2011REYXREYX]bS`[ 3.5 12

126 †elativisticEquantumEvonteElarloEmethodEusingEzerothSorderEregularEapproximationEqamiltonianTE
JournalkofkChemicalkPhysicsRE2010REWYXREV[ZWVX 3.9 12

125 —heoreticalEstudyEonEtheEexcitedEstatesEofEheteroareneEchromophorescElomparisonEofEcalculatedE
andEexperimentalEvaluesTEChemicalkPhysicskLettersRE2009REZ`YREWb]SXVV 2.5 12

(2009-1991)
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124 –tructuralEoriginEofEcopperEionEcontainingEartificialEmwjcEaEdensityEfunctionalEstudyTEJournalkofk
PhysicalkChemistrykBRE2008REWWXREW]b]VS[ 3.4 12

123 jnEabEinitioEstudyEofEexcitedEstatesEofEøEandEøoTEJournalkofkChemicalkPhysicsRE2003REWWaREZb`VSZb`[ 3.9 12

122 –tabilityEofEmultiplyEchargedEanionsEofElanthanideEhexafluoridesEuno]Xâ��EandEuno]Yâ��ENunfleEtoEuuOTE
ComputationalkandkTheoreticalkChemistryRE2001RE[Y`REWV`SWW[ 12

121 jEtheoreticalEstudyEofEcatalyticEhydrationEreactionsEofEethyleneTEJournalkofkComputationalkChemistryRE
2000REXWREWXbXSWYVZ 3.5 12

120
—heoreticalEstudyEonEreactionEmechanismsEofEnitriteEreductionEbyEcopperEnitriteEcomplexescEtowardE
understandingEandEcontrollingEpossibleEmechanismsEofEcopperEnitriteEreductaseTEJournalkofkPhysicalk
ChemistrykBRE2015REWWbRE[YbXSZVY

3.4 11

119 jElinearSscalingEspectralSelementEmethodEforEcomputingEelectrostaticEpotentialsTEJournalkofk
ChemicalkPhysicsRE2008REWXbREWaZWV` 3.9 11

118
—heoreticalEstudyEofEtheEenergeticsEofEtheEreactionsEofEtripletEdioxygenEwithEhydroquinoneRE
semiquinoneREandEtheirEprotonatedEformscErelationEtoEtheEmechanismEofEsuperoxideEgenerationEinE
theErespiratoryEchainTEJournalkofkPhysicalkChemistrykBRE2007REWWWREY[ZYSb

3.4 11

117 jnharmonicEvibrationalEstateEcalculationsEinEtheEelectronicEexcitedEstatesEstudiedEbyE
timeSdependentEdensityEfunctionalEtheoryTEChemicalkPhysicskLettersRE2007REZY]REYVSY[ 2.5 11

116 jEdualSlevelEstateSspecificEtimeSdependentEdensitySfunctionalEtheoryTEJournalkofkComputationalk
ChemistryRE2008REXbREWWa`Sb` 3.5 11

115
uxwpS†jwpnSlx††nl—nmE—rvnSmnynwmnw—Emnw–r—YEoøwl—rxwjuE–—ømYExwEnunl—†xwrlE
–ynl—†jExoEor−nSvnvkn†nmE†rwpElxvyxøwm–EjwmEo†nnSkj–nEyx†yqY†rwTEJournalkofk
TheoreticalkandkComputationalkChemistryRE2006REV[REbX[SbZZ

1.8 11

114 vultireferenceEvˆ‚llerâ��ylessetEperturbationEtheoryEusingEspinSdependentEorbitalEenergiesTEChemicalk
PhysicskLettersRE2001REYY]RE[XbS[Y[ 2.5 11

113 —woScomponentEcoupledSclusterEcalculationsEforEtheEhydrideEofEelementEWWWcEonEtheEperformanceE
ofErelativisticEeffectiveEcoreEpotentialsTEChemicalkPhysicskLettersRE2000REYXaREZ[YSZ[a 2.5 11

112 lommentEonEmunningMsEcorrelationSconsistentEbasisEsetsTEChemicalkPhysicskLettersRE1995REXZYREWbVSWbX 2.5 11

111 −acuumEø−EyhotoabsorptionE–pectraEofE–ilaneEandEmisilanecEvolecularExrbitalElalculationEofE
nlectronicE–tatesTEJapanesekJournalkofkAppliedkPhysicsRE1989REXaREXZ`SX[W 1.4 11

110 llusterEexpansionEofEtheEwavefunctionTEronizationEpotentilalsEofEbenzeneTEChemicalkPhysicskLettersRE
1983REbaREYZVSYZZ 2.5 11

109 –jlSlrEcalculationsEforE†ydbergElevelsEofEtheEammoniumEradicalTEJournalkofkthekAmericankChemicalk
SocietyRE1984REWV]RE]XaYS]Xa[ 16.4 11

108 jEquantitativeEanalysisEofEtheEthroughSspaceEandEtheEthroughSbondEinteractionsEbetweenEloneSpairsE
inEazinescEpyridazineREpyrimidineEandEpyrazineTETetrahedronRE1979REY[REW[b[SW]VV 2.4 11

107 —heEeffectEofEspinSorbitEcouplingEonEfastEneutralEchemicalEreactionExNYyOQlqYSSglqYxTEJournalkofk
ChemicalkPhysicsRE2004REWXVREWVYb[SZVY 3.9 10

Kimihiko Hirao
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106
—heEvostE–tableE–tructureEofE–ilYE–tudiedEbyEvultireferenceEyerturbationE—heoryEwithEpeneralE
vulticonfigurationE–elfSlonsistentEoieldE†eferenceEounctionsâ� TEJournalkofkPhysicalkChemistrykARE
2004REWVaREYV]ZSYV]`

2.8 10

105 —heErelativisticEeffectEonEenergiesEofElightEelementscEaE†n–lSkxyEstudyTEComputationalkandk
TheoreticalkChemistryRE2001RE[Y`RE]YS`V 10

104 —heoreticalEstudyEofEtheEwaterEactivationEbyEaEcobaltEcationcEjbEinitioEmultireferenceEtheoryEversusE
densityEfunctionalEtheoryTEJournalkofkChemicalkPhysicsRE2001REWWZRE[XW]S[XXY 3.9 10

103 –econdSorderEmanySbodyEperturbationEtheoryEwithEnonScanonicalEandEnonSorthogonalEorbitalsTE
ChemicalkPhysicskLettersRE2000REYXaRE[WS[b 2.5 10

102 jE—heoreticalE–tudyEonEtheE†eactionEvechanismEofEtheEpasSyhaseEmecompositionEofEwxEbyE
wqYQandEwqZQTEJournalkofkPhysicalkChemistrykARE2000REWVZRE]a[[S]a]V 2.8 10

101 oluorescenceEandEphotoinversionEreactionsEinEsolutionsEofEchiralEdiarylEsulfoxidesEwithEvariousEsizesE
ofEaromaticEringsTEJournalkofkPhotochemistrykandkPhotobiologykA:kChemistryRE1999REWXXREW]WSW]a 4.7 10

100 –tructureEandE−ibrationalEjnalysisEofEyrotonatedEnthaneElXq`QTEBulletinkofkthekChemicalkSocietykofk
JapanRE1993RE]]REYX`WSYXaX 5.1 10

99 –ubstituentEeffectsEonEchloroniumSionEintermediatesTEChemicalkPhysicskLettersRE1988REWZ]REXY]SXZX 2.5 10

98 jnEanalysisEofEtheEthroughEbondEinteractionEusingEtheElocalisedEmolecularEorbitalsâ��rrrTETetrahedronRE
1979REY[REXXZYSXXZa 2.4 10

97 jEvolecularExrbitalEjpproachEtoEtheEnlectrophilicityEofEqEandExqE†adicalsTEBulletinkofkthekChemicalk
SocietykofkJapanRE1979RE[XREXa`SXbX 5.1 10

96 –emiSempiricalEuocalizedEvxElalculationsEofE–aturatedElarbocyclicEandEqeterocyclicElompoundsTE
BulletinkofkthekChemicalkSocietykofkJapanRE1975REZaREX`]bSX``Z 5.1 10

95 nxcitationEenergiesEexpressedEasEorbitalEenergiesEofEtohnS–hamEdensityEfunctionalEtheoryEwithE
longSrangeEcorrectedEfunctionalsTEJournalkofkComputationalkChemistryRE2020REZWREWY]aSWYaY 3.5 9

94 lorrelationEfunctionalEinEscreenedSexchangeEdensityEfunctionalEtheoryEproceduresTEJournalkofk
ComputationalkChemistryRE2017REYaREXYV`SXYW[ 3.5 9

93 paussianEattenuationEhybridEschemeEappliedEtoEtheEnrnzerhofSyerdewEexchangeEholeEmodelE
NpauSyknhOTEJournalkofkChemicalkPhysicsRE2012REWY`REXZZWV[ 3.9 9

92 jctiveEspeciesEforEleNr−OSinducedEhydrolysisEofEphosphodiesterElinkageEinEcjvyEandEmwjTE
NucleosidesykNucleotideskandkNucleickAcidsRE2006REX[RE[XYSYa 1.4 9

91 jdaptiveEdensityEpartitioningEtechniqueEinEtheEauxiliaryEplaneEwaveEmethodTEChemicalkPhysicsk
LettersRE2006REZW`REXZWSXZ[ 2.5 9

90 †eactivityEofEnbtellurEmerivativesEwithEtheEyeroxynitriteEjnioncEElomparisonEwithE—heirEnbselenE
jnaloguesTEJournalkofkPhysicalkChemistrykARE2003REWV`RE[]YWS[]Yb 2.8 9

89 —heoreticalEstudyEofElqZEphotodissociationEonEydEandEwiNWWWOEsurfacesTEJournalkofkChemicalkPhysicsRE
1998REWVbREWWVWVSWWVW` 3.9 9

(1998-2004)
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88 –olvationEenergiesEofEionsEandEionicEtransitionEstatesEfromEstudiesEofEgasSphaseEionâ��moleculeE
reactionsEandEequilibriaTEFaradaykDiscussionskofkthekChemicalkSocietyRE1988REa[REXYSY[ 9

87 —heoreticalEstudyEonEtheEgasSphaseEsolvationEofEacetoneEandEdimethylsulfoxideEtowardEtheEprotonTE
CanadiankJournalkofkChemistryRE1983RE]WREXaX`SXaXa 0.9 9

86 —heoreticalEstudyEofEstructureEandEstabilityEofEhQxENhXOnEclustersTEChemicalkPhysicskLettersRE1981RE`bREX`bSXaY2.5 9

85
WhatEmakesEdifferencesEbetweenEintraSEandEinterSmolecularEchargeEtransferEexcitationsEinE
conjugatedElongSchainedEpolyenehEnxvSll–mEandEulSkxyEstudyTETheoreticalkChemistrykAccountsRE
2014REWYYREW

1.9 8

84 nlectronSnucleusEcuspEcorrectionEschemeEforEtheErelativisticEzerothSorderEregularEapproximationE
quantumEvonteElarloEmethodTEJournalkofkChemicalkPhysicsRE2010REWYXREW`ZWVa 3.9 8

83 —heoreticalEstudiesEonEsulfurEandEmetalEcationENluNrrOREwiNrrOREydNrrOREandEytNrrOOScontainingEartificialE
mwjTEJournalkofkPhysicalkChemistrykBRE2009REWWYREWX`bVS[ 3.4 8

82 †eactivityEofEΣWRXSkenzisotellurazolSYNXqOSoneνEwithEyeroxynitrousEjcidcEElomparisonEwithEnbselenE
jnaloguesTEJournalkofkPhysicalkChemistrykARE2003REWV`REbbaZSbbbV 2.8 8

81 †ecentEmevelopmentEofE†elativisticEvolecularE—heoryTEMonatsheftekFˆ…rkChemieRE2005REWY]REb][Sba] 1.4 8

80 ronizationEenergiesEandEfineEstructureEsplittingsEofEhighlyEcorrelatedEsystemscEΠnREzincSlikeEionsEandE
copperSlikeEionsTEChemicalkPhysicskLettersRE2000REYXWREXZYSX[X 2.5 8

79 jnEanalysisEofEtheEthroughSbondEinteractionEusingEtheElocalizedEmolecularEorbitalsâ��r−TETetrahedronRE
1980REY]REW``SWaX 2.4 8

78
jE–impleEvodelEforE†elativeEnnergiesEofEjllEoullerenesE†evealsEtheErnterplayEbetweenErntrinsicE
†esonanceEandE–tructuralEmeformationEnffectsEinEvediumS–izedEoullerenesTEJournalkofkChemicalk
TheorykandkComputationRE2019REW[REWX[[SWX]Z

6.4 7

77 jnEexaminationEofEdensityEfunctionalsEonEaldolREvannichEandE˛–SaminoxylationEreactionEenthalpyE
calculationsTETheoreticalkChemistrykAccountsRE2011REWYVREW[YSW]V 1.9 7

76 vultireferenceEvˆ‚llerâ��ylessetEperturbationEtheoryEwithEnonScanonicalEandEnonSorthogonalE
orbitalsTEChemicalkPhysicskLettersRE2000REYXaRE]VS]] 2.5 7

75 oloatingEfunctionsEsatisfyingEtheEhellmannâ��feynmanEtheoremcE–ingleEfloatingEschemeTEJournalkofk
ComputationalkChemistryRE1992REWYREZ[`SZ]` 3.5 7

74
lhargeS—ransferEnxcitationEnnergiesEnxpressedEasExrbitalEnnergiesEofEtohnS–hamEmensityE
ounctionalE—heoryEwithEuongS†angeElorrectedEounctionalsTEJournalkofkPhysicalkChemistrykARE2020RE
WXZREaV`bSaVa`

2.8 7

73 —owardEtheEcompleteErangeEseparationEofEnonShybridEexchangeScorrelationEfunctionalTEJournalkofk
ComputationalkChemistryRE2015REY]REa`WS` 3.5 6

72 —heoreticalEstudyEonEadsorptionEandEprotonEexchangeEreactionEofEqXxEonEqSformEzeoliteTEChemicalk
PhysicsRE1997REXWaREX[`SX][ 2.3 6

71
—heoreticalEstudyEofEvalenceEphotoelectronEspectraEofE†eNlxO[XENXfllREkrREandErOcEaEspinSorbitEmtYE
symmetrySadaptedEclusterUsymmetrySadaptedEclusterSconfigurationEinteractionEstudyTEJournalkofk
ChemicalkPhysicsRE2006REWXZREXXZYV`

3.9 6

Kimihiko Hirao
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70 –emidirectEparallelEselfSconsistentEfieldcEtheEloadEbalancingEproblemEinEtheEinputUoutputEintensiveE
selfSconsistentEfieldEiterationsTETheoreticalkChemistrykAccountsRE2003REWWVREW[]SW]Z 1.9 6

69 †nlnw—Ejm−jwln–ErwEnunl—†xwrlE–—†øl—ø†nE—qnx†YTEJournalkofkTheoreticalkandk
ComputationalkChemistryRE2002REVWREWVbSWY] 1.8 6

68 lompleteEactiveEspaceEvalenceEbondENlj–−kOEmethodEandEitsEapplicationEtoEchemicalEreactionsTE
TheoreticalkandkComputationalkChemistryRE2002RE[[S`` 6

67 xnEtheEperformanceEofEdiagrammaticEcompleteEactiveEspaceEperturbationEtheoryTEJournalkofk
ChemicalkPhysicsRE2000REWWYRE```YS```a 3.9 6

66 jwjuY—rlEnwn†pYEp†jmrnw—–Eox†E–nlxwmSx†mn†Evøu—r†non†nwlnEyn†—ø†kj—rxwE—qnx†YTE
RecentkAdvanceskinkComputationalRE1999REWYWSW]V 6

65 lompleteEactiveEspaceEvalenceEbondEmethodEappliedEtoEchemicalEreactionsTEComputationalkandk
TheoreticalkChemistryRE1999REZ]WSZ]XRE[[S]b 6

64 –acEciEcalculationsEofEtheEelectronEaffinityEofEqlxTEChemicalkPhysicskLettersRE1987REWYbREW[[SW[a 2.5 6

63 †apidEyredictionEofEøltravioletS−isibleE–pectraEfromElonventionalENwonS—imeSmependentOEmensityE
ounctionalE—heoryElalculationsTEJournalkofkPhysicalkChemistrykLettersRE2020REWWRE`aaXS`aa[ 6.4 6

62
jbEinitioEquantumEmechanicsUmolecularEmechanicsEmethodEwithEperiodicEboundariesEemployingE
nwaldEsummationEtechniqueEtoEelectronSchargeEinteractioncE—reatmentEofEtheEsurfaceSdipoleEtermTE
JournalkofkChemicalkPhysicsRE2019REW[VREWXZWVY

3.9 5

61 uongSrangeEcorrectedEdensityEfunctionalsEcombinedEwithElocalEresponseEdispersioncEjEpromisingE
methodEforEweakEinteractionsTEJournalkofkComputationalkChemistryRE2013REYZREXY[YSb 3.5 5

60 —heoreticalErnvestigationsEonEtheEyhotoinducedEyhaseE—ransitionEvechanismEofE
—etrathiafulvaleneSpSchloranilTEJournalkofkChemicalkTheorykandkComputationRE2011RE`REXXYYSb 6.4 5

59 vodifiedEregionalEselfSinteractionEcorrectedEtimeSdependentEdensityEfunctionalEtheoryEforEcoreE
excitedSstateEcalculationsTEJournalkofkComputationalkChemistryRE2009REYVREX[aYSbY 3.5 5

58 lontractedEorEuncontractedEpolarizationEfunctionshElommentEonEmunningMsEcorrelationSconsistentE
basisEsetsTEChemicalkPhysicskLettersRE1997REX`YREYZ[SY[X 2.5 5

57
†elativisticEvultireferenceEyerturbationE—heorycElompleteEjctiveS–paceE–econdSxrderE
yerturbationE—heoryENlj–y—XOEWithE—heEoourSlomponentEmiracEqamiltonianTEChallengeskandk
AdvanceskinkComputationalkChemistrykandkPhysicsRE2008REW[`SW``

0.7 5

56 nlectronSenhancedEvibrationalEspectroscopycEaEtheoreticalEapproachTEAnalyticalkSciencesRE2008REXZREWWWSZ 1.7 5

55 —heoreticalE–tudyEofEtheE†eactionEXYZEfEXYYQYREWhereEXEfElRE–iREpeRE–nREybEandEYEfElqYRElXq[TE
JournalkofkPhysicalkChemistrykARE2002REWV]RE`V[`S`V]W 2.8 5

54 volecularErntegralsEinEtheEnquationEofEaElorrelatedEnlectronicEWaveEounctionErncludingErnterparticleE
mistancesTEBulletinkofkthekChemicalkSocietykofkJapanRE1993RE]]REYYVVSYYVa 5.1 5

53 jnalyticEderivativeEtheoryEbasedEonEtheEqellmannâ��oeynmanEtheoremTECanadiankJournalkofk
ChemistryRE1992RE`VREZYZSZZX 0.9 5

(1992-2003)
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52 toopmansMS—ypeE—heoremEinEtohnS–hamE—heoryEwithExptimallyE—unedEuongS†angeSlorrectedENulOE
ounctionalsTEJournalkofkPhysicalkChemistrykARE2021REWX[REYZabSY[VX 2.8 5

51
yerformanceEofEtheExyEcorrelationEfunctionalEinErelationEtoEitsEformulationcErnfluenceEofEtheE
exchangeEcomponentEandEtheEeffectEofEincorporatingEsameSspinEcorrelationsTEJournalkofk
ComputationalkChemistryRE2016REY`REWYV]SWX

3.5 5

50 —heEreqr––E—hreeS†angeEnxchangeEounctionalEwithEanExptimalE−ariationEofEqartreeSoockEandErtsEøseE
inEtheEreqr––kSmEmensityEounctionalE—heoryEvethodTEJournalkofkComputationalkChemistryRE2019REZVREXbSYa3.5 5

49 —heoreticalEstudyEofEtheEˇ�Sgˇ�PEexcitedEstatesEofElinearEpolyenescE—heEenergyEgapEbetweenEWWkuQEandE
XWjgâ��EstatesEandEtheirEcharacterE1998RE]]REW[` 5

48 nfficientEmethodEofEevaluationEforEpaussianEqartreeSoockEexchangeEoperatorEforEpauSyknE
functionalTEJournalkofkChemicalkPhysicsRE2015REWZYREVXZWVX 3.9 4

47 voleculesErelevantEforEorganicEphotovoltaicscEaErangeSseparatedEdensityEfunctionalEstudyTEMoleculark
PhysicsRE2015REWWYREXbYVSXbYa 1.7 4

46
loreSuevelEnxcitationEnnergiesEofEwucleicEjcidEkasesEnxpressedEasExrbitalEnnergiesEofEtheE
tohnS–hamEmensityEounctionalE—heoryEwithEuongS†angeElorrectedEounctionalsTEJournalkofkPhysicalk
ChemistrykARE2020REWXZREWVZaXSWVZbZ

2.8 4

45 –olventEeffectsEonEexcitedSstateEelectronStransferErateEofEpyreneSlabeledEdeoxyuridinecEjE
theoreticalEstudyTEChemicalkPhysicskLettersRE2016RE]ZZREX[SYV 2.5 4

44
nnergiesEandEmipoleEvomentsEofEnxcitedE–tatesEofExzoneEandExzoneE†adicalElationEøsingEoockE
–paceEvultireferenceEloupledSllusterEjnalyticalE†esponseEjpproachTECollectionkofkCzechoslovakk
ChemicalkCommunicationsRE2003RE]aREZ`S]V

4

43 —heEjbErnitioEjnalyticalEjpproachEofE−ibronicEzuantitiescEjpplicationEtoErnorganicE–tereochemistryTE
AdvanceskinkQuantumkChemistryRE2003REZZREY]bSYa` 1.4 4

42 –tructureEandEstabilityEofEwa]ybEclustersTEJournalkofkChemicalkPhysicsRE2000REWWYRE]]WYS]]W` 3.9 4

41 jbEinitioE–loEvxEcalculationEonEmodelEcompoundsEofEdopedEpolyacetyleneTESynthetickMetalsRE1987RE
W`REWbSXX 3.6 4

40 llusterEexpansionEofEtheEwavefunctionTETheoreticakChimicakActaRE1987RE`WREXYWSXY] 4

39 —heoreticalEstudyEonEtheEstructureEandEstabilityEofENuiqO]EbyEtheEenergyEgradientEmethodTEChemicalk
PhysicskLettersRE1981RE``RE[aVS[aZ 2.5 4

38
jcceleratedElongSrangeEcorrectedEexchangeEfunctionalEusingEaEtwoSgaussianEoperatorEcombinedE
withEoneSparameterEprogressiveEcorrelationEfunctionalEΣulSkxyNXpauOνTEJournalkofkComputationalk
ChemistryRE2019REZVREWV[SWWX

3.5 4

37
jssessmentEofEhybridREmetaShybridSppjREandElongSrangeEcorrectedEdensityEfunctionalsEforEtheE
estimationEofEenthalpiesEofEformationREbarrierEheightsREandEionisationEpotentialsEofEselectedElWâ��l[E
oxygenatesTEMolecularkPhysicsRE2015REWWYREW]YVSW]Y[

1.7 3

36 —heEsymmetrizedErandomEmatrixEapproachREanEefficientEmethodEtoEobtainErelativisticEmolecularE
symmetryEadaptedEfunctionsTETheoreticalkChemistrykAccountsRE2011REWXbRE[W`S[X[ 1.9 3

35 jEdualSlevelEapproachEtoEfourScomponentErelativisticEdensitySfunctionalEtheoryTEChemicalkPhysicsk
LettersRE2011RE[VaREW``SWaW 2.5 3

Kimihiko Hirao
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34 zuantumE—heoryEinE—ermsEofElumulantE−ariablesTEProgresskinkTheoreticalkChemistrykandkPhysicsRE
2009REYSYZ 0.6 3

33 †elativisticEcoupledSclusterEcalculationsEofEparityEnonconservationEinEkaQEbyEtheEsumSoverSstatesE
approachTEJournalkofkChemicalkPhysicsRE2007REWX]REVWZYVW 3.9 3

32 vaximumEradiusEofEconvergenceEperturbationEtheorycEtestEcalculationsEonEkeREweREqXEandEqoTE
TheoreticalkChemistrykAccountsRE2003REWWVREWa[SWab 1.9 3

31 wewEteysEforExldEteywordsTElaseE–tudiesEwithinEtheEøpdatedEyaradigmsEofEtheEqybridizationEandE
jromaticityTEMonatsheftekFˆ…rkChemieRE2005REWY]REWV`WSWVa[ 1.4 3

30 jnEimprovedE–laterMsEtransitionEstateEapproximationTEJournalkofkChemicalkPhysicsRE2021REW[[REVYZWVW 3.9 3

29 rmportanceEofEvanEderEWaalsEmescriptionsEonEjccurateErsomerizationEnnergyElalculationsEofE
—hioureaElompoundscEulgauSkxyQu†mEvethodTEJournalkofkPhysicalkChemistrykARE2019REWXYRE`VYZS`VZW 2.8 2

28 jEnonSorthogonalEtohnS–hamEmethodEusingEpartiallyEfixedEmolecularEorbitalsTETheoreticalkChemistryk
AccountsRE2003REWWVREYXaSYY` 1.9 2

27 —heE–pinEqamiltonianEnffectiveEjpproachEtoEtheE−ibronicEnffectsâ��–electedElasesTEAdvanceskink
QuantumkChemistryRE2003REZZREX`YSXaa 1.4 2

26 rw−n–—rpj—rxwExoEmxvrwjw—Enunl—†xwElxworpø†j—rxw–ErwE—rvnSmnynwmnw—Emnw–r—YE
oøwl—rxwjuE—qnx†YTEJournalkofkTheoreticalkandkComputationalkChemistryRE2005REVZREX][SXaV 1.8 2

25 †n—†x–ynl—r−ncEtenichiEoukuiENWbWaSWbbaOTEScienceRE1998REX`bREaXXSaXX 33.3 2

24 volecularEapplicationEofEtheEgeneralizedEsymmetryEadaptedEclusterEtheoryTEChemicalkPhysicskLetters
RE1993REXVZREYW[SYWb 2.5 2

23 lalculationEofEmirectlySkondedEwuclearE–pinS–pinElouplingElonstantsEwithEuocalizedExrbitalsTE
BulletinkofkthekChemicalkSocietykofkJapanRE1977RE[VREYVYSYVZ 5.1 2

22 –ingularityElorrectionEforEuongS†angeSlorrectedEmensityEounctionalE—heoryEwithEylaneSWaveEkasisE
–etsTEJournalkofkPhysicalkChemistrykARE2017REWXWREXVY[SXVZ[ 2.8 1

21
jpplicationEofEacceleratedElongSrangeEcorrectedEexchangeEfunctionalEΣulSmo—NXpauOνEtoEperiodicE
boundaryEconditionEsystemscElxEadsorptionEonEluNWWWOEsurfaceTEJournalkofkChemicalkPhysicsRE2020RE
W[XREWVZWV[

3.9 1

20 nfficientEevaluationEofEtheEloulombEforceEinEtheEpaussianEandEfiniteSelementEloulombEmethodTE
JournalkofkChemicalkPhysicsRE2010REWYXREXZZWV` 3.9 1

19 —heoreticalEinsightsEintoEtheEthiolEreductaseEactivityEofEebtellurTEInternationalkJournalkofkQuantumk
ChemistryRE2009REWVbREXXb`SXYV` 2.1 1

18 —heEtEcomputercEuserSfriendlyTEScienceRE2012REYYaREWWZb 33.3 1

17 —heoreticalErnvestigationsEonEqowEtoE†eproduceEdâ��ˇ�EkondscE—ransitionSvetalElationâ��kenzeneE
lomplexElalculationsTEBulletinkofkthekChemicalkSocietykofkJapanRE2009REaXREWY]`SWY`W 5.1 1

(2009-2009)

21



16 lontractedEpolarizationEfunctionsEforEkEtoEjrTETheoreticalkChemistrykAccountsRE1997REbaRE`WS`Z 1.9 1

15 rterativeEmethodsEforEtheEsolutionEofElargeEsystemsEofElinearEequationsTEJournalkofkComputationalk
PhysicsRE1989REaVREXYXSXZX 4.1 1

14 yartnerExrbitalsEinEqartreeSoockE—heoryTEBulletinkofkthekChemicalkSocietykofkJapanRE1980RE[YREXW[XSXW[a 5.1 1

13 wewEalgorithmEforEelectronErepulsionEintegralsEorientedEtoEtheEgeneralEcontractionEschemeE2000RE
`]REYb] 1

12 wewEalgorithmEforEelectronErepulsionEintegralsEorientedEtoEtheEgeneralEcontractionEschemeE2000RE
`]REYb] 1

11 wewEalgorithmEforEelectronErepulsionEintegralsEorientedEtoEtheEgeneralEcontractionEschemeE2000RE
`]REYb] 1

10 qigherSorderEtransitionEstateEapproximationTTEJournalkofkChemicalkPhysicsRE2022REW[]REWWZWWX 3.9 1

9
†jwmxvEyqj–nEjyy†xXrvj—rxwEox†EjuuxWnmEjwmEyj†r—YEwxwSlxw–n†−rwpEnunl—†rlE
mryxunE—†jw–r—rxwEjvyur—ømn–EjwmEr—–Elxwwnl—rxwEWr—qEvjwYSkxmYEyn†—ø†kj—rxwE
—qnx†YEjwmElxøyunmSluø–—n†E—qnx†YTEJournalkofkTheoreticalkandkComputationalkChemistryRE
2006REV[REbZ[Sb[]

1.8 0

8
WhatEmakesEdifferencesEbetweenEintraSEandEinterSmolecularEchargeEtransferEexcitationsEinE
conjugatedElongSchainedEpolyenehEnxvSll–mEandEulSkxyEstudyTEHighlightskinkTheoreticalkChemistry
RE2015REYWbSYX`

7 nvaluationEofEwonlinearExpticalEyropertiesEofEuargeElonjugatedEvolecularE–ystemsEbyE
uongS†angeSlorrectedEmensityEounctionalE—heoryE2011REZ`[SZbW

6 jE—†jw–−n†–rwpEyqY–rljuElxwwnl—rxwEkn—WnnwEtrwn—rlREnXlqjwpnREjwmElx††nuj—rxwE
oøwl—rxwju–E2002RE]aZS`Wa

5 rntegralEdependentEspinEcouplingsEinEsymmetrySadaptedEclusterEN–jlOEcalculationsTEChemicalkPhysicsk
LettersRE1987REWY[RE[YbS[ZX 2.5

4 —heEenergyEoptimizedEconfigurationsEofEkeWaEandEkeXVEclustersEandEtheEeffectEofEqeEatomEinEtheseE
clustersTEChemicalkPhysicsRE1984REa]REY]WSY]] 2.3

3 xnEtheEsimpleEenergyErelationEbetweenEtheE†qoREøqoEandEclosedSshellE–loEmethodsTETheoreticak
ChimicakActaRE1980RE[[REXX[SXYW

2 nlectronicE–tructureE—heoryE1998REWWSYX

1 rsEchargeStransferEexcitationEthroughEaEpolyalkaneEsingleSbondEchainEanEintramolecularE
chargeStransferhcEnxvSll–mEandEulSkxyEstudyTEChemicalkPhysicskLettersRE2022RE`b]REWYb[]Y 2.5

Kimihiko Hirao

22


