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242  imulationsJofJtheJsynthesisJofJboronWnitrideJnanostructuresJinJaJhotVJhighJpressureJgasJvolumeXJ
ChemicaldScienceVJ2018VJgVJafZaWaf[g 9.4 23
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zinearWscalingJselfWconsistentJfieldJcalculationsJbasedJonJdivideWandWconquerJmethodJusingJ
resolutionWofWidentityJapproximationJonJgraphicalJprocessingJunitsXJJournaldofdComputationald
ChemistryVJ2015VJadVJ[dbWeZ

3.5 21

234  emiWlocalJmachineWlearnedJkineticJenergyJdensityJfunctionalJdemonstratingJsmoothJpotentialJ
energyJcurvesXJChemicaldPhysicsdLettersVJ2019VJeabVJ[adea] 2.5 21

233 rensityJtunctionalJTheoryJonalysisJforJ’rbitalJwnteractionJbetweenJvypophosphiteJwonsJandJ†etalJ
 urfacesXJJournaldofdthedElectrochemicaldSocietyVJ2011VJ[cfVJrd]d 3.9 21

232
sliminationJofJTranslationalJandJ–otationalJ†otionsJinJ‘uclearJ’rbitalJ“lusJ†olecularJ’rbitalJ
TheoryhJJqontributionJofJtheJtirstW’rderJ–ovibrationJqouplingXJJournaldofdChemicaldTheorydandd
ComputationVJ2006VJ]VJ[cbbWcZ

6.4 21

231 ‘aturalJatomicJorbitalJbasedJenergyJdensityJanalysishJwmplementationJandJapplicationsXJChemicald
PhysicsdLettersVJ2006VJb]bVJ[gaW[gf 2.5 21

230 snergyJdensityJanalysisJRsroSJofJprotonJtransferJreactionsJinJmalonaldehydeVJtropoloneVJandJ
gWhydroxyphenalenoneXJComputationaldanddTheoreticaldChemistryVJ2003VJdaeVJ]eWac 21

(2003-2012)
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229 rensityJfunctionalJtheoryJstudyJonJtheJoxidationJmechanismsJofJaldehydesJasJreductantsJforJ
electrolessJquJdepositionJprocessXJElectrochimicadActaVJ2005VJc[VJgZdWg[c 6.7 21

228 ”uantumJchemistryJbeyondJpornâ��’ppenheimerJapproximationJonJaJquantumJcomputerhJoJ
simulatedJphaseJestimationJstudyXJInternationaldJournaldofdQuantumdChemistryVJ2016VJ[[dVJ[a]fW[aad 2.1 21

227 occeleratingJconvergenceJinJtheJantisymmetricJproductJofJstronglyJorthogonalJgeminalsJmethodXJ
InternationaldJournaldofdQuantumdChemistryVJ2013VJ[[aVJ]agW]bb 2.1 19

226 onJeffectiveJenergyJgradientJexpressionJforJdivideWandWconquerJsecondWorderJ†ˆ‚llerW“lessetJ
perturbationJtheoryXJJournaldofdChemicaldPhysicsVJ2013VJ[afVJZbb[Z] 3.9 19

225
sxtensionJofJrensityJtunctionalJTheoryJtoJ‘uclearJ’rbitalJplusJ†olecularJ’rbitalJTheoryhJ
 elfWqonsistentJtieldJqalculationsJwithJtheJqolleâ�� alvettiJslectronâ��‘ucleusJqorrelationJtunctionalXJ
BulletindofdthedChemicaldSocietydofdJapanVJ2009VJf]VJ[[aaW[[ag

5.1 19

224 opplicationJofJtheJ akuraiW ugiuraJprojectionJmethodJtoJcoreWexcitedWstateJcalculationJbyJ
timeWdependentJdensityJfunctionalJtheoryXJJournaldofdComputationaldChemistryVJ2008VJ]gVJ]a[[Wd 3.5 19

223
revelopmentJofJanJexcitedWstateJcalculationJmethodJforJlargeJsystemsJusingJdynamicalJ
polarizabilityhJoJdivideWandWconquerJapproachJatJtheJtimeWdependentJdensityJfunctionalJlevelXJ
JournaldofdChemicaldPhysicsVJ2017VJ[bdVJ[]b[]a

3.9 18

222 slectronWvoppingJpringsJzatticeJ trainJandJvighJqatalyticJoctivityJinJtheJzowWTemperatureJ
’xidativeJqouplingJofJ†ethaneJinJanJslectricJtieldXJJournaldofdPhysicaldChemistrydCVJ2018VJ[]]VJ]ZfgW]Zgd3.8 18

221 rivideWandWconquerWbasedJsymmetryJadaptedJclusterJmethodhJ ynergisticJeffectJofJsubsystemJ
fragmentationJandJconfigurationJselectionXJInternationaldJournaldofdQuantumdChemistryVJ2013VJ[[aVJ][fW]]a2.1 18

220 ”uantumJchemicalJapproachJforJcondensedWphaseJthermochemistryhJproposalJofJaJharmonicJ
solvationJmodelXJJournaldofdChemicaldPhysicsVJ2014VJ[b[VJ[eb[Zd 3.9 18

219 TwoWlevelJhierarchicalJparallelizationJofJsecondWorderJ†ˆ‚llerW“lessetJperturbationJcalculationsJinJ
divideWandWconquerJmethodXJJournaldofdComputationaldChemistryVJ2011VJa]VJ]ecdWdb 3.5 18

218 †achineWlearnedJelectronJcorrelationJmodelJbasedJonJcorrelationJenergyJdensityJatJcompleteJbasisJ
setJlimitXJJournaldofdChemicaldPhysicsVJ2019VJ[c[VJZ]b[Zb 3.9 17

217 rensityJtunctionalJTheoryJonalysisJofJslementaryJ–eactionsJinJ‘’xJ–eductionJonJ–hJ urfacesJandJ
–hJqlustersXJJournaldofdPhysicaldChemistrydCVJ2017VJ[][VJ[c]e]W[c]f[ 3.8 17

216 sffectJofJvartreeWtockJexactJexchangeJonJintramolecularJmagneticJcouplingJconstantsJofJorganicJ
diradicalsXJJournaldofdChemicaldPhysicsVJ2015VJ[b]VJZ]ba[f 3.9 17

215 †olecularJorbitalJpropagationJtoJaccelerateJselfWconsistentWfieldJconvergenceJinJanJabJinitioJ
molecularJdynamicsJsimulationXJJournaldofdChemicaldPhysicsVJ2008VJ[]fVJZgb[Z[ 3.9 17

214 TheoreticalJstudyJonJammoniaJclusterJionshJnatureJofJthermodynamicJmagicJnumberXJChemicald
PhysicsVJ2000VJ]d]VJ]Z[W][Z 2.3 17

213 TheoreticalJ tudyJonJtheJ“hotochemicalJrecompositionJ–eactionJofJ“ermanganateJwonVJ†n’bWXJThed
JournaldofdPhysicaldChemistryVJ1995VJggVJfccZWfccc 17

212 TheoreticalJinvestigationJonJstructuralJeffectsJofJ“tâ��†nJcatalystJonJactivityJandJselectivityJforJ
methylcyclohexaneJdehydrogenationXJChemicaldPhysicsdLettersVJ2018VJe[[VJeaWed 2.5 17
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211
”uantumJchemicalJapproachJforJcondensedWphaseJthermochemistryJRwwwShJoccurateJevaluationJofJ
protonJhydrationJenergyJandJstandardJhydrogenJelectrodeJpotentialXJChemicaldPhysicsdLettersVJ2016
VJdcZVJ[cgW[db

2.5 16

210  elfWconsistentJfieldJtreatmentJandJanalyticalJenergyJgradientJofJlocalJresponseJdispersionJmethodXJ
InternationaldJournaldofdQuantumdChemistryVJ2013VJ[[aVJ]ceW]d] 2.1 16

209 onalyticalJenergyJgradientJbasedJonJspinWfreeJinfiniteWorderJrouglasWyrollWvessJmethodJwithJlocalJ
unitaryJtransformationXJJournaldofdChemicaldPhysicsVJ2013VJ[agVJ]bb[Ze 3.9 16

208 sxtensionJofJlocalJresponseJdispersionJmethodJtoJexcitedWstateJcalculationJbasedJonJ
timeWdependentJdensityJfunctionalJtheoryXJJournaldofdChemicaldPhysicsVJ2012VJ[aeVJ[]b[Zd 3.9 16

207 snergyJdensityJanalysisJofJclusterJsizeJdependenceJofJsurfaceWmoleculeJinteractionsJRwwShJformateJ
adsorptionJontoJaJquR[[[SJsurfaceXJJournaldofdComputationaldChemistryVJ2006VJ]eVJg[eW]c 3.5 16

206 †olecularJ’rbitalJ tudyJonJtheJ’xidationJ†echanismJofJvydrazineJandJvydroxylamineJasJ–educingJ
ogentsJforJslectrolessJrepositionJ“rocessXJElectrochemistryVJ2007VJecVJbcWbg 1.2 16

205 wsotopeJeffectJinJdihydrogenWbondedJsystemshJapplicationJofJtheJanalyticalJenergyJgradientJmethodJ
inJtheJnuclearJorbitalJplusJmolecularJorbitalJtheoryXJMoleculardPhysicsVJ2007VJ[ZcVJ]dbgW]dce 1.7 16

204  izeWrependentJ–eactionJqrossJ ectionJofJ“rotonatedJøaterJqlustersJvURv]’SnJRnJkJ]â��[[SJwithJ
r]’XJJournaldofdPhysicaldChemistrydAVJ2003VJ[ZeVJ[ZgZbW[Zg[Z 2.8 16

203 snergyJdensityJanalysisJofJembeddedJclusterJmodelsJforJanJ†g’JcrystalXJChemicaldPhysicsdLettersVJ
2005VJb[ZVJdbWdg 2.5 16

202
zargeW caleJ†olecularJrynamicsJ imulationJforJuroundJandJsxcitedJ tatesJpasedJonJ
rivideWandWqonquerJzongW–angeJqorrectedJrensityWtunctionalJTightWpindingJ†ethodXJJournaldofd
ChemicaldTheorydanddComputationVJ2020VJ[dVJ]adgW]aef

6.4 15

201 revelopmentJofJtheJexplicitlyJcorrelatedJuaussianâ��nuclearJorbitalJplusJmolecularJorbitalJtheoryhJ
wncorporationJofJelectronâ��electronJcorrelationXJChemicaldPhysicsdLettersVJ2012VJcaaVJ[ZZW[Zc 2.5 15

200 rynamicJhyperpolarizabilityJcalculationsJofJlargeJsystemshJtheJlinearWscalingJdivideWandWconquerJ
approachXJJournaldofdChemicaldPhysicsVJ2012VJ[adVJZfb[Zf 3.9 15

199 opplicationJofJ–ealWtimeJTimeWdependentJrensityJtunctionalJTheoryJwithJtheJqápazY“JtunctionalJ
toJqoreJsxcitationsXJChemistrydLettersVJ2010VJagVJbZeWbZg 1.7 15

198 wmplementationJofJrivideWandWqonquerJRrqSJslectronicJ tructureJqodeJtoJuo†s  J“rogramJ
“ackageXJJournaldofdComputerdChemistrydJapanVJ2009VJfVJ[W[] 0.2 15

197 TheJimportantJroleJofJ‘]vJformationJenergyJforJlowWtemperatureJammoniaJsynthesisJinJanJelectricJ
fieldXJCatalysisdTodayVJ2020VJac[VJ[[gW[]b 5.3 15

196 ’rbitalWfreeJdensityJfunctionalJtheoryJcalculationJapplyingJsemiWlocalJmachineWlearnedJkineticJ
energyJdensityJfunctionalJandJkineticJpotentialXJChemicaldPhysicsdLettersVJ2020VJebfVJ[aeacf 2.5 14

195 rirectJalkoxysilylationJofJalkoxysilanesJforJtheJsynthesisJofJexplicitJalkoxysiloxaneJoligomersXJ
JournaldofdOrganometallicdChemistryVJ2012VJe[dVJ]dWa[ 2.3 14

194 ·áâ��visibleVJ[vJandJ[aqJ‘†–JspectroscopicJstudiesJonJtheJinteractionJbetweenJprotonsJorJalkalineJ
earthJmetalJionsJandJtheJbenzoateJionJinJacetonitrileXJJournaldofdMoleculardLiquidsVJ2009VJ[bcVJ[c]W[ce 6 14

(2009-2016)
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193 oJunifiedJapproachJtoJtheJanalysisJofJtheJchemicalJbondJinJhydridesJandJhydrocarbonsXJActad
MaterialiaVJ2007VJccVJddeaWddfZ 8.4 14

192 riscoveryJofJhexacoordinateJhypervalentJcarbonJcompoundshJrensityJfunctionalJstudyXJChemicald
PhysicsdLettersVJ2008VJbdZVJaeWb[ 2.5 14

191  hortWtimeJtourierJtransformJanalysisJofJabJinitioJmolecularJdynamicsJsimulationhJcollisionJreactionJ
betweenJ‘vUbJR‘vaS]JandJ‘vaXJJournaldofdChemicaldPhysicsVJ2004VJ[][VJ[[ZgfW[Za 3.9 14

190 slectronicJ tructuresJofJ†otdJandJ†o’tbJinJtheJuroundJandJsxcitedJ tateshJoJ oqWqwJandJ
trozenW’rbitalWonalysisJ tudyXJJournaldofdPhysicaldChemistrydAVJ1998VJ[Z]VJ]ZaaW]Zba 2.8 14

189 u“·WocceleratedJzargeW caleJsxcitedW tateJ imulationJpasedJonJrivideWandWqonquerJ
TimeWrependentJrensityWtunctionalJTightWpindingXJJournaldofdComputationaldChemistryVJ2019VJbZVJ]eefW]efd3.5 13

188
TheoreticalJ tudyJofJsxtremelyJzongJyetJ tableJqarbonâ��qarbonJpondshJsffectJofJottractiveJq´•´•´•vJ
wnteractionsJandJ mallJ–adicalJ tabilizationJofJriamondoidsXJBulletindofdthedChemicaldSocietydofd
JapanVJ2015VJffVJ[dadW[db[

5.1 13

187 occelerationJofJselfWconsistentWfieldJconvergenceJinJabJinitioJmolecularJdynamicsJandJ†onteJqarloJ
simulationsJandJgeometryJoptimizationXJChemicaldPhysicsdLettersVJ2010VJbgZVJ[Z]W[Zf 2.5 13

186
vybridJtreatmentJcombiningJtheJtranslationWJandJrotationWfreeJnuclearJorbitalJplusJmolecularJ
orbitalJtheoryJwithJgeneratorJcoordinateJmethodhJT–tW‘’†’Yuq†XJChemicaldPhysicsdLettersVJ2007VJ
baaVJbZgWb[c

2.5 13

185
snergyJdensityJanalysisJforJsecondWorderJ†ˆ‚llerW“lessetJperturbationJtheoryJandJcoupledWclusterJ
theoryJwithJsinglesJandJdoubleshJapplicationJtoJq]vbWWqvbJcomplexesXJJournaldofdComputationald
ChemistryVJ2008VJ]gVJ[cccWda

3.5 13

184 –o”sThJzargeWscaleJtwoWcomponentJrelativisticJquantumJchemistryJprogramJpackageXJJournaldofd
ComputationaldChemistryVJ2018VJagVJ]aaaW]abb 3.5 13

183 svaluationJofJelectronJrepulsionJintegralJofJtheJexplicitlyJcorrelatedJuaussianWnuclearJorbitalJplusJ
molecularJorbitalJtheoryXJChemicaldPhysicsdLettersVJ2012VJc][VJ[b]W[bg 2.5 12

182 trozenJcoreJpotentialJschemeJwithJaJrelativisticJelectronicJvamiltonianhJTheoreticalJconnectionJ
betweenJtheJmodelJpotentialJandJallWelectronJtreatmentsXJChemicaldPhysicsdLettersVJ2014VJcg]VJab[Wabf 2.5 12

181 tiniteWfieldJevaluationJofJstaticJRhyperSpolarizabilitiesJbasedJonJtheJlinearWscalingJ
divideWandWconquerJmethodXJTheoreticaldChemistrydAccountsVJ2011VJ[aZVJeZ[WeZg 1.9 12

180 rensityJtunctionalJ tudyJonJqoreJwonizationJ pectraJofJqytidineJandJwtsJtragmentsXJBulletindofdthed
ChemicaldSocietydofdJapanVJ2009VJf]VJ[feW[gc 5.1 12

179
‘aturalJbondJorbitalWbasedJenergyJdensityJanalysisJforJcorrelatedJmethodshJ econdWorderJ
†ˆ‚llerâ��“lessetJperturbationJandJcoupledWclusterJsinglesJandJdoublesXJInternationaldJournaldofd
QuantumdChemistryVJ2008VJ[ZfVJ[a[dW[a]c

2.1 12

178 ‘ewJrecurrenceJrelationsJforJtheJrapidJevaluationJofJelectronJrepulsionJintegralsJbasedJonJtheJ
accompanyingJcoordinateJexpansionJformulaXJJournaldofdChemicaldPhysicsVJ2004VJ[][VJbZcZWf 3.9 12

177 TheoreticalJstudyJonJtheJexcitedJstatesJofJpsoralenJcompoundsJbondedJtoJaJthymineJresidueXJ
JournaldofdComputationaldChemistryVJ2004VJ]cVJ[egWff 3.5 12

176 obJinitioJmolecularJdynamicsJstudyJonJtheJexcitationJdynamicsJofJpsoralenJcompoundsXJJournaldofd
ChemicaldPhysicsVJ2003VJ[[gVJb]]aWb]]f 3.9 12
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175
ˇ�Tâ��ˇ�TJhyperconjugationJmechanismJonJtheJrotationalJbarrierJofJtheJmethylJgroupJRwwwShJ
†ethylWazabenzenesJinJtheJgroundVJexcitedVJandJanionicJstatesXJJournaldofdChemicaldPhysicsVJ2001VJ
[[bVJfaceWfada

3.9 12

174 trozenW’rbitalJonalysisJofJtheJsxcitedJ tatesJofJ†etalJqomplexesJinJvighJ ymmetryhJJ’hJqaseXJThed
JournaldofdPhysicaldChemistryVJ1996VJ[ZZVJ[cecaW[cecg 12

173
rippedJadclusterJmodelJandJ oqWqwJmethodJappliedJtoJharpooningVJchemiluminescenceJandJ
electronJemissionJinJhalogenJchemisorptionJonJalkaliJmetalJsurfaceXJJournaldofdMoleculardCatalysisVJ
1993VJf]VJ][[W]]f

12

172 ”uantumJmechanicalJmolecularJdynamicsJsimulationsJofJpolaronJformationJinJmethylammoniumJ
leadJiodideJperovskiteXJPhysicaldChemistrydChemicaldPhysicsVJ2019VJ]]VJgeW[Zd 3.6 12

171 rensityWtunctionalJTightWpindingJ†olecularJrynamicsJ imulationsJofJsxcessJ“rotonJriffusionJinJwceJ
wVJwceJwVJwceJwwwVJandJ†eltedJwceJáwJ“hasesXJJournaldofdPhysicaldChemistrydAVJ2018VJ[]]VJaaWbZ 2.8 12

170
sfficientJ emiW‘umericalJwmplementationJofJ–elativisticJsxactJsxchangeJwithinJtheJwnfiniteW’rderJ
TwoWqomponentJ†ethodJ·singJaJ†odifiedJqhainWofW pheresJ†ethodXJJournaldofdChemicaldTheoryd
anddComputationVJ2019VJ[cVJbebcWbeda

6.4 11

169 TheoreticalJanalysisJofJtheJinfluenceJofJsurfaceJdefectsJonJtheJreactivityJofJhypophosphiteJionsXJ
ElectrochimicadActaVJ2013VJ[[aVJefcWeg[ 6.7 11

168
ueneralizedJ†ˆ‚llerW“lessetJ†ulticonfigurationJ“erturbationJTheoryJoppliedJtoJanJ’penW hellJ
ontisymmetricJ“roductJofJ tronglyJ’rthogonalJueminalsJ–eferenceJøaveJtunctionXJJournaldofd
ChemicaldTheorydanddComputationVJ2012VJfVJbaaZWc

6.4 11

167 occelerationJeffectJofJthioureaJonJtheJoxidationJreactionJofJhypophosphiteJionJonJ‘iJsurfaceXJ
ElectrochimicadActaVJ2013VJ[ZZVJa[[Wa[d 6.7 11

166 ’neWbodyJenergyJdecompositionJschemesJrevisitedhJossessmentJofJ†ullikenWVJuridWVJandJ
conventionalJenergyJdensityJanalysesXJInternationaldJournaldofdQuantumdChemistryVJ2009VJ[ZgVJ]bdbW]bea2.1 11

165 TheoreticalJonalysisJofJqatalyticJoctivityJofJ†etalJ urfacesJonJ–eactionJofJvypophosphiteJwonXJ
ElectrochemistryVJ2012VJfZVJ[]dW[a[ 1.2 11

164 “rincipalJqomponentJonalysisJwithJsnergyJrensityJofqalophyllumqoumarinsXJChemistrydLettersVJ
2005VJabVJfbbWfbc 1.7 11

163 –elativisticJdensityJfunctionalJtheoryJwithJpictureWchangeJcorrectedJelectronJdensityJbasedJonJ
infiniteWorderJrouglasWyrollWvessJmethodXJChemicaldPhysicsdLettersVJ2017VJdfZVJaeWba 2.5 10

162
revelopmentJofJzargeW caleJsxcitedW tateJqalculationsJpasedJonJtheJrivideWandWqonquerJ
TimeWrependentJrensityJtunctionalJTightWpindingJ†ethodXJJournaldofdChemicaldTheorydandd
ComputationVJ2019VJ[cVJ[e[gW[e]e

6.4 10

161 zocalJresponseJdispersionJmethodhJoJdensityWdependentJdispersionJcorrectionJforJdensityJ
functionalJtheoryXJInternationaldJournaldofdQuantumdChemistryVJ2015VJ[[cVJaZgWa]b 2.1 10

160 snergyJexpressionJofJtheJchemicalJbondJbetweenJatomsJinJmetalJoxidesXJJournaldofdPhysicsdandd
ChemistrydofdSolidsVJ2011VJe]VJfcaWfd[ 3.9 10

159 ”uantitativeJapproachJtoJtheJunderstandingJofJcatalyticJeffectJofJmetalJoxidesJonJtheJdesorptionJ
reactionJofJ†gv]XJInternationaldJournaldofdQuantumdChemistryVJ2009VJ[ZgVJ]egaW]fZZ 2.1 10

158 øaveletJtransformJanalysisJofJabJinitioJmolecularJdynamicsJsimulationhJapplicationJtoJ
coreWexcitationJdynamicsJofJptaXJJournaldofdComputationaldChemistryVJ2007VJ]fVJ[[aeWbb 3.5 10

(2007-2001)
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157 rensityJtunctionalJTheoryJ tudyJonJtheJ–eactionJ†echanismJofJ–eductantsJforJslectrolessJogJ
repositionJ“rocessXJJournaldofdthedElectrochemicaldSocietyVJ2007VJ[cbVJr]ea 3.9 10

156 TheoreticalJreterminationJofJvypervalentJpondJsnergyJofJ[Zâ�� â��aJ ulfuraneJrerivativesXJChemistryd
LettersVJ2007VJadVJ[[]ZW[[][ 1.7 10

155 snergyJdensityJanalysisJofJtheJchemicalJbondJbetweenJatomsJinJperovskiteWtypeJhydridesXJJournald
ofdAlloysdanddCompoundsVJ2007VJbbdWbbeVJgdW[ZZ 5.7 10

154 ‘ewJalgorithmJforJtheJrapidJevaluationJofJelectronJrepulsionJintegralshJelementaryJbasisJalgorithmXJ
ChemicaldPhysicsdLettersVJ2004VJaffVJcZWcb 2.5 10

153 ˇ� â�� ˇ�TJhyperconjugationJmechanismJonJmethylJrotationJinJcationicJstateJofJsubstitutedJtoluenesXJ
ChemicaldPhysicsVJ2001VJ]eaVJ[g[W[gd 2.3 10

152 ogglomerationJ uppressionJofJaJteW upportedJqatalystJandJitsJ·tilizationJforJzowWTemperatureJ
ommoniaJ ynthesisJinJanJslectricJtieldXJACSdOmegaVJ2020VJcVJdfbdWdfc[ 3.9 10

151  ystematicJwnvestigationJofJtheJThermodynamicJ“ropertiesJofJomineJ olventsJforJq’]qhemicalJ
obsorptionJ·singJtheJqlusterWqontinuumJ†odelXJBulletindofdthedChemicaldSocietydofdJapanVJ2017VJgZVJbc[WbdZ5.1 9

150 uoverningJfactorsJofJsupportsJofJammoniaJsynthesisJinJanJelectricJfieldJfoundJusingJdensityJ
functionalJtheoryXJJournaldofdChemicaldPhysicsVJ2019VJ[c[VJZdbeZf 3.9 9

149 tirstWprincipleJstudyJofJtheJoxidationJmechanismJofJformaldehydeJandJhypophosphiteJforJcopperJ
andJnickelJelectrolessJdepositionJprocessXJElectrochimicadActaVJ2019VJaZeVJcadWcb] 6.7 9

148 veteroatomJdopingJeffectsJonJinteractionJofJv’JandJqe’JR[[[SJsurfacesJstudiedJusingJdensityJ
functionalJtheoryhJyeyJrolesJofJionicJradiusJandJdispersionXJJournaldofdChemicaldPhysicsVJ2020VJ[c]VJZ[beZe3.9 9

147 qatalyticJrehydrogenationJofJsthaneJoverJropedJ“erovskiteJviaJtheJ†arsâ��vanJyrevelenJ
†echanismXJJournaldofdPhysicaldChemistrydCVJ2020VJ[]bVJ[Zbd]W[Zbdg 3.8 9

146 wmprovingJquasiparticleJsecondJorderJelectronJpropagatorJcalculationsJwithJtheJ
spinWcomponentWscaledJtechniqueXJChemicaldPhysicsdLettersVJ2014VJcg[VJf]Wfe 2.5 9

145 ossessmentJofJlocalJresponseJdispersionJmethodJforJopenWshellJsystemsXJChemicaldPhysicsdLettersVJ
2013VJccdVJafdWag] 2.5 9

144 ”uantumJchemicalJapproachJforJcondensedWphaseJthermochemistryJRwwShJopplicationsJtoJformationJ
andJcombustionJreactionsJofJliquidJorganicJmoleculesXJChemicaldPhysicsdLettersVJ2015VJd]bVJdW[[ 2.5 9

143 TheoreticalJonalysisJofJodsorptionJ tructureJofJvydratedJvypophosphiteJwonJonJ“dJR[[[SJ urfaceXJ
ElectrochemistryVJ2012VJfZVJ]]]W]]c 1.2 9

142 sxtensionJofJtrozenWorbitalJonalysisJtoJtheJTammâ��rancoffJopproximationJtoJTimeWdependentJ
rensityJtunctionalJTheoryXJChemistrydLettersVJ2009VJafVJc]fWc]g 1.7 9

141 opplicationJofJpondJsnergyJrensityJonalysisJRpondWsroSJtoJrielsâ��olderJ–eactionXJChemistrydLettersVJ
2007VJadVJd[dWd[e 1.7 9

140  hortWtimeJtourierJtransformJanalysisJofJabJinitioJmolecularJdynamicsJsimulationhJcollisionJreactionJ
betweenJq‘JandJqbvdXJJournaldofdComputationaldChemistryVJ2005VJ]dVJbadWb] 3.5 9
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139 ·nveilingJqontrollingJtactorsJofJtheJ Y J†inimumJsnergyJqonicalJwntersectionhJoJTheoreticalJ tudyXJ
JournaldofdPhysicaldChemistrydAVJ2018VJ[]]VJfgZcWfg[Z 2.8 9

138 tiniteWtemperatureWbasedJlinearWscalingJdivideWandWconquerJselfWconsistentJfieldJmethodJforJstaticJ
electronJcorrelationJsystemsXJChemicaldPhysicsdLettersVJ2019VJe]cVJ[fW]a 2.5 8

137  odiumWJandJ“otassiumWvydrateJ†eltsJqontainingJosymmetricJwmideJonionsJforJvighWáoltageJ
oqueousJpatteriesXJAngewandtedChemieVJ2019VJ[a[VJ[babZW[babc 3.6 8

136 rivideWandWconquerWbasedJquantumJchemicalJstudyJforJinteractionJbetweenJvwáW[JreverseJ
transcriptaseJandJ†yWbgdcJinhibitorXJInternationaldJournaldofdQuantumdChemistryVJ2013VJ[[aVJc[ZWc[e 2.1 8

135 qomputerizedJimplementationJofJhigherWorderJelectronWcorrelationJmethodsJandJtheirJ
linearWscalingJdivideWandWconquerJextensionsXJJournaldofdComputationaldChemistryVJ2017VJafVJ]c]ZW]c]e 3.5 8

134 revelopmentJofJanalyticJenergyJgradientJmethodJinJnuclearJorbitalJplusJmolecularJorbitalJtheoryXJ
InternationaldJournaldofdQuantumdChemistryVJ2007VJ[ZeVJ]cecW]cfc 2.1 8

133 TheoreticalJstudyJonJammoniaJclusterJionshJ‘atureJofJkineticJmagicJnumberXJJournaldofdChemicald
PhysicsVJ2000VJ[[]VJebZgWeb[c 3.9 8

132  imulatingJtheJqoupledJ tructuralWslectronicJrynamicsJofJ“hotoexcitedJzeadJwodideJ“erovskitesXJ
JournaldofdPhysicaldChemistrydLettersVJ2020VJ[[VJbbbfWbbcc 6.4 8

131
TheJdivideWandWconquerJsecondWorderJprotonJpropagatorJmethodJbasedJonJnuclearJorbitalJplusJ
molecularJorbitalJtheoryJforJtheJefficientJcomputationJofJprotonJbindingJenergiesXJPhysicald
ChemistrydChemicaldPhysicsVJ2016VJ[fVJ]eb]]W]eba[

3.6 8

130 ‘onWadiabaticJmolecularJdynamicsJwithJdivideWandWconquerJtypeJlargeWscaleJexcitedWstateJ
calculationsXJJournaldofdChemicaldPhysicsVJ2020VJ[c]VJ]]b[Zg 3.9 7

129 ”uantumJqhemicalJ–eactionJ“redictionJ†ethodJpasedJonJ†achineJzearningXJBulletindofdthed
ChemicaldSocietydofdJapanVJ2020VJgaVJdfcWdga 5.1 7

128  pinWflipJapproachJwithinJtimeWdependentJdensityJfunctionalJtightWbindingJmethodhJTheoryJandJ
applicationsXJJournaldofdComputationaldChemistryVJ2020VJb[VJ[cafW[cbf 3.5 7

127
zargeWscaleJexcitedWstateJcalculationJusingJdynamicalJpolarizabilityJevaluatedJbyJ
divideWandWconquerJbasedJcoupledJclusterJlinearJresponseJmethodXJJournaldofdChemicaldPhysicsVJ
2020VJ[c]VJZ]b[Z]

3.9 7

126 pondJenergyJanalysisJrevisitedJandJdesignedJtowardJaJrigorousJmethodologyXJJournaldofdChemicald
PhysicsVJ2011VJ[acVJ[]b[Zc 3.9 7

125
TheoreticalJ tudyJofJpondW witchingJinJ[VdWrihydroWdaWthiaW[VdWdiazapentaleneJR[ZW WaSJ ystemsJ
qomparedJwithJqorrespondingJ’xygenJonaloguesXJBulletindofdthedChemicaldSocietydofdJapanVJ2010VJ
faVJc]ZWc]g

5.1 7

124
TheoreticalJ tudyJofJvypervalentJpondsJinJ[VdWriazaW[VdWdihydroWJandJ
[VdWrihydroW[VdWdioxapentaleneJ ystemsJwithJaJveteroatomJ−JatJdaJ“ositionJR−JkJ[bâ��[dJuroupJ
otomsSXJBulletindofdthedChemicaldSocietydofdJapanVJ2010VJfaVJfg]Wfgg

5.1 7

123 ‘ewJsxpressionJofJtheJqhemicalJpondJinJvydridesJ·singJotomizationJsnergiesXJAdvancesdind
QuantumdChemistryVJ2008VJ[bcW[dZ 1.4 7

122
“–oqTwqozJ“s–t’–†o‘qsJo  s  †s‘TJ’tJoqq’†“o‘Yw‘uJq’’–rw‘oTsJs−“o‘ w’‘J
–sq·––s‘qsJ–szoTw’‘Jozu’–wTv†Jt’–Jq’†“·ToTw’‘J’tJszsqT–’‘J–s“·z w’‘Jw‘Tsu–oz XJ
JournaldofdTheoreticaldanddComputationaldChemistryVJ2005VJZbVJ[agW[bg

1.8 7

(2005-2018)

13



121
–eplyJtoJâ��qommentJonJâ��sliminationJofJtranslationalJandJrotationalJmotionsJinJnuclearJorbitalJplusJ
molecularJorbitalJtheoryâ��Jâ��JπxXJqhemXJ“hysXJ[]aVJ]ae[Z[JR]ZZcS]XJJournaldofdChemicaldPhysicsVJ2005VJ
[]aVJ]ae[Z]

3.9 7

120
wmplementationJofJonalyticalJsnergyJuradientJofJ pinWrependentJueneralJvartreeWtockJ†ethodJ
pasedJonJtheJwnfiniteW’rderJrouglasWyrollWvessJ–elativisticJvamiltonianJwithJzocalJ·nitaryJ
TransformationXJJournaldofdChemicaldTheorydanddComputationVJ2016VJ[]VJ][f[WgZ

6.4 7

119  imultaneousJdeterminationJofJnuclearJandJelectronicJwaveJfunctionsJwithoutJpornâ��’ppenheimerJ
approximationhJobJinitioJ‘’U†’YvtJtheoryJ2002VJfdVJc[[ 7

118 uaugeWoriginJindependentJformalismJofJtwoWcomponentJrelativisticJframeworkJbasedJonJunitaryJ
transformationJinJnuclearJmagneticJshieldingJconstantXJJournaldofdChemicaldPhysicsVJ2018VJ[bfVJ[[b[Zg 3.9 6

117 sxtensionJandJaccelerationJofJrelativisticJdensityJfunctionalJtheoryJbasedJonJtransformedJdensityJ
operatorXJJournaldofdChemicaldPhysicsVJ2019VJ[cZVJ[db[Zb 3.9 6

116 áirtualJ–eactionJqonditionJ’ptimizationJbasedJonJ†achineJzearningJforJaJ mallJ‘umberJofJ
sxperimentsJinJvighWdimensionalJqontinuousJandJriscreteJáariablesXJChemistrydLettersVJ2019VJbfVJgd[Wgdb1.7 6

115 zinearityJconditionJforJorbitalJenergiesJinJdensityJfunctionalJtheoryJRwáShJreterminationJofJ
rangeWdeterminingJparameterXJInternationaldJournaldofdQuantumdChemistryVJ2013VJ[[aVJ]bcW]c[ 2.1 6

114 TheoreticalJonalysisJofJtheJ’xidationJ“otentialsJofJ’rganicJslectrolyteJ olventsXJECSd
ElectrochemistrydLettersVJ2015VJbVJo[ZaWo[Zc 6

113 TheoreticalJresignJofJvexacoordinateJvypervalentJqarbonJqompoundsJbyJonalyzingJ ubstituentJ
sffectsXJBulletindofdthedChemicaldSocietydofdJapanVJ2011VJfbVJcZcWc[Z 5.1 6

112 ”uantitativeJevaluationJofJcatalyticJeffectJofJmetalJchloridesJonJtheJdecompositionJreactionJofJ
‘aolvbXJInternationaldJournaldofdQuantumdChemistryVJ2011VJ[[[VJgcZWgdZ 2.1 6

111
’bservationJbyJ·áâ��áisibleJandJ‘†–J pectroscopyJandJTheoreticalJqonfirmationJofJ
bWwsopropyltropolonateJwonVJbWwsopropyltropoloneJRvinokitiolSVJandJ“rotonatedJ
bWwsopropyltropoloneJinJocetonitrileâ� XJJournaldofdChemicaldjamp;dEngineeringdDataVJ2010VJccVJ[gfdW[gfg

2.8 6

110 onalysisJonJsxcitationJofJ†oleculesJwithwh ymmetryhJtrozenJ’rbitalJonalysisJandJueneralJ–ulesXJ
ChemistrydLettersVJ2008VJaeVJa]]Wa]a 1.7 6

109 obJwnitioJ†olecularJ’rbitalJ tudyJofJtheJslectronJsmissionJ†echanismJofJTiqlaJasJaJ–eductantJforJanJ
slectrolessJrepositionJ“rocessXJElectrochemistryVJ2004VJe]VJbd]Wbdc 1.2 6

108 obJinitioJ†rJsimulationJofJcollisionJreactionJbetweenJammoniaJclusterJionJandJammoniaJmonomerXJ
ComputationaldanddTheoreticaldChemistryVJ2002VJcg]VJd[Wde 6

107 vydroxideJwonJqarrierJforJ“rotonJ“umpsJinJpacteriorhodopsinhJ“rimaryJ“rotonJTransferXJJournaldofd
PhysicaldChemistrydBVJ2020VJ[]bVJfc]bWfcag 3.4 6

106
·niversalJformulationJofJsecondWorderJgeneralizedJ†ˆ‚llerâ��“lessetJperturbationJtheoryJforJaJ
spinWdependentJtwoWcomponentJrelativisticJmanyWelectronJvamiltonianXJChemicaldPhysicsdLettersVJ
2017VJdecVJ[aeW[bb

2.5 5

105 oJdivideWandWconquerJmethodJwithJapproximateJtermiJlevelsJforJparallelJcomputationsXJTheoreticald
ChemistrydAccountsVJ2015VJ[abVJ[ 1.9 5

104
occompanyingJcoordinateJexpansionJandJrecurrenceJrelationJmethodJusingJaJtransferJrelationJ
schemeJforJelectronJrepulsionJintegralsJwithJhighJangularJmomentaJandJlongJcontractionsXJJournald
ofdChemicaldPhysicsVJ2015VJ[b]VJ]Zb[[Z

3.9 5

Hiromi Nakai
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103 øeightedJhistogramJanalysisJmethodJforJmultipleJshortWtimeJmetadynamicsJsimulationsXJChemicald
PhysicsdLettersVJ2020VJec[VJ[aeafb 2.5 5

102 wnformaticsWpasedJsnergyJtittingJ chemeJforJqorrelationJsnergyJatJqompleteJpasisJ etJzimitXJ
JournaldofdComputationaldChemistryVJ2016VJaeVJ]aZbW[c 3.5 5

101 –estoringJtheJisoWorbitalJlimitJofJtheJkineticJenergyJdensityJinJrelativisticJdensityJfunctionalJtheoryXJ
JournaldofdChemicaldPhysicsVJ2019VJ[c[VJ[eb[[b 3.9 5

100
zargeWscaleJtwoWcomponentJrelativisticJquantumWchemicalJtheoryhJqombinationJofJtheJinfiniteWorderJ
douglasâ��krollâ��hessJmethodJwithJtheJlocalJunitaryJtransformationJschemeJandJtheJ
divideWandWconquerJmethodXJInternationaldJournaldofdQuantumdChemistryVJ2015VJ[[cVJ]caW]ce

2.1 5

99 obJinitioJmolecularJdynamicsJsimulationJofJtheJenergyWrelaxationJprocessJofJtheJprotonatedJwaterJ
dimerXJJournaldofdPhysicaldChemistrydAVJ2007VJ[[[VJ]Zd]Wd 2.8 5

98 TheoreticalJresignJofJ†onofunctionalJ“soralenJqompoundsJinJ“hotochemotherapyXJBulletindofdthed
ChemicaldSocietydofdJapanVJ2007VJfZVJ[ab[W[abg 5.1 5

97
 olventJ electionJ chemeJ·singJ†achineJzearningJpasedJonJ“hysicochemicalJrescriptionJofJ
 olventJ†oleculeshJopplicationJtoJqyclicJ’rganometallicJ–eactionXJBulletindofdthedChemicaldSocietydofd
JapanVJ2020VJgaVJfb[Wfbc

5.1 5

96 zargeW caleJandJvighlyJoccurateJ–elativisticJ”uantumWqhemicalJ chemehtowardJsstablishmentJ
ofTheoreticalJtoundationJforJslementJ trategyXJJournaldofdComputerdChemistrydJapanVJ2014VJ[aVJ[W[e 0.2 5

95 onJslementW ubstitutedJqyclobutadieneJsxhibitingJvighWsnergyJplueJ“hosphorescenceXJ
AngewandtedChemiedqdInternationaldEditionVJ2021VJdZVJ][f[eW][f]a 16.4 5

94 revelopmentJofJrivideWandWqonquerJrensityWtunctionalJTightWpindingJ†ethodJforJTheoreticalJ
–esearchJonJziWionJpatteryXJChemicaldRecordVJ2018VJ[gVJebd 6.6 5

93 ·nveilingJcontrollingJfactorsJofJtheJ Y JminimumJenergyJconicalJintersectionJR]ShJopplicationJtoJ
penaltyJfunctionJmethodXJJournaldofdChemicaldPhysicsVJ2020VJ[c]VJ[bb[Zf 3.9 5

92 ”uantumJchemicalJapproachJforJpositronJannihilationJspectraJofJatomsJandJmoleculesJbeyondJ
planeWwaveJapproximationXJJournaldofdChemicaldPhysicsVJ2018VJ[bfVJ[fb[[Z 3.9 5

91 †achineWlearnedJelectronJcorrelationJmodelJbasedJonJfrozenJcoreJapproximationXJJournaldofd
ChemicaldPhysicsVJ2020VJ[caVJ[fb[Zf 3.9 4

90 rensityWtunctionalJTightWpindingJ tudyJofJqarbonaceousJ peciesJriffusionJonJtheJR[ZZSW˛‡Wol’J
 urfaceXJACSdOmegaVJ2020VJcVJdfd]Wdfe[ 3.9 4

89 –elativisticJlocalJhybridJfunctionalsJandJtheirJimpactJonJ[sJcoreJorbitalJenergiesXJJournaldofdChemicald
PhysicsVJ2020VJ[c]VJ][b[Za 3.9 4

88
rerivativeJofJelectronJrepulsionJintegralJusingJaccompanyingJcoordinateJexpansionJandJtransferredJ
recurrenceJrelationJmethodJforJlongJcontractionJandJhighJangularJmomentumXJInternationaldJournald
ofdQuantumdChemistryVJ2018VJ[[fVJe]cdbZ

2.1 4

87 ”uantumJchemicalJapproachJforJcondensedWphaseJthermochemistryJRwáShJ olubilityJofJgaseousJ
moleculesXJChemicaldPhysicsdLettersVJ2016VJdccWdcdVJ[ZaW[Zg 2.5 4

86 sfficientJpoleWsearchJalgorithmJforJdynamicJpolarizabilityhJTowardJalternativeJexcitedWstateJ
calculationJforJlargeJsystemsXJJournaldofdComputationaldChemistryVJ2017VJafVJeW[b 3.5 4

(2017-2020)

15



85 sxtensionJofJaccompanyingJcoordinateJexpansionJandJrecurrenceJrelationJmethodJforJ
generalWcontractionJbasisJsetsXJJournaldofdComputationaldChemistryVJ2014VJacVJ[c[eW]e 3.5 4

84 rivideWandWqonquerJslectronicW tructureJ tudyJonJtheJ†echanismJofJtheJøestJ‘ileJáirusJ‘ aJ
“roteaseJwnhibitorXJBulletindofdthedChemicaldSocietydofdJapanVJ2013VJfdVJdeWeb 5.1 4

83  uperphenalenylhJTheoreticalJresignJofJaJˇ�WqonjugatedJ“lanarJvydrocarbonJ–adicalXJChemistryd
LettersVJ2013VJb]VJ[afdW[afe 1.7 4

82 otomizationJenergyJapproachJtoJtheJquantitativeJevaluationJofJcatalyticJactivitiesJofJmetalJoxidesJ
duringJdehydrogenationJofJ†gv]XJJournaldofdAlloysdanddCompoundsVJ2011VJcZgVJ d[]W d[c 5.7 4

81 TheoreticalJ tudyJofJtheJwonizedJslectronicJ tructureJofJtheJ’ctahedralJqomplexJ†otdXJBulletindofd
thedChemicaldSocietydofdJapanVJ1996VJdgVJ[fgaW[fgg 5.1 4

80 wnitialJtrameworkJforJ oftwareJ”ualityJsvaluationJpasedJonJw ’YwsqJ]cZ]]JandJw ’YwsqJ]cZ]aJ2016VJ 4

79
revelopmentJofJspinWdependentJrelativisticJopenWshellJvartreeâ��tockJtheoryJwithJtimeWreversalJ
symmetryJRwwShJTheJrestrictedJopenWshellJapproachXJInternationaldJournaldofdQuantumdChemistryVJ2017
VJ[[eVJe]cadd

2.1 3

78 revelopmentJofJspinWdependentJrelativisticJopenWshellJvartreeâ��tockJtheoryJwithJtimeWreversalJ
symmetryJRwShJTheJunrestrictedJapproachXJInternationaldJournaldofdQuantumdChemistryVJ2017VJ[[eVJe]cacd2.1 3

77 zinearityJconditionJforJorbitalJenergiesJinJdensityJfunctionalJtheoryJRáShJsxtensionJtoJexcitedJstateJ
calculationsXJChemicaldPhysicsdLettersVJ2015VJd[fVJaZWad 2.5 3

76 vierarchicalJparallelizationJofJdivideWandWconquerJdensityJfunctionalJtightWbindingJmolecularJ
dynamicsJandJmetadynamicsJsimulationsXJJournaldofdComputationaldChemistryVJ2020VJb[VJ[ecgW[ee] 3.5 3

75
 pectroscopicJandJqomputationalJonalysesJofJziquidâ��ziquidJwnterfacialJ–eactionJ†echanismJofJ
poricJocidJssterificationJwithJ]V]VbWTrimethylW[VaWpentanediolJinJporonJsxtractionJ“rocessesXJ
JournaldofdPhysicaldChemistrydCVJ2018VJ[]]VJ[Zb]aW[Zb]g

3.8 3

74 –elativisticJfrozenJcoreJpotentialJschemeJwithJrelaxationJofJcoreJelectronsXJChemicaldPhysicsdLettersVJ
2016VJddaVJgeW[Za 2.5 3

73 qonstrainedJselfWconsistentJfieldJmethodJrevisitedJtowardJtheoreticalJdesignsJofJfunctionalJ
materialsJunderJexternalJfieldXJChemicaldPhysicsdLettersVJ2012VJcaZVJ[a]W[ad 2.5 3

72 TheoreticalJ tudyJonJ tabilityJofJzithiumJwonJpatteryJinJqhargingJ“rocesshJonalysisJpasedJonJ“artialJ
qhargeJandJ“artialJsnergyXJJournaldofdthedElectrochemicaldSocietyVJ2013VJ[dZVJo[adbWo[adf 3.9 3

71 zinearWscalingJelectronicJstructureJcalculationJprogramJbasedJonJdivideWandWconquerJmethodXJ
ProcediadComputerdScienceVJ2011VJbVJ[[bcW[[cZ 1.6 3

70 TheoreticalJ tudyJonJtheJThermalJandJ“hotochemicalJwsomerizationJ–eactionsJofJricyanoacetyleneJ
qomplexJofJ“latinumJ“tR“vaS]Rqb‘]SXJJournaldofdPhysicaldChemistrydAVJ1997VJ[Z[VJgeaWgfZ 2.8 3

69 sstimationJofJ–edoxJ“otentialJofJ trainedJ iJbyJrensityJtunctionalJTheoryJqalculationXJJournaldofd
PhysicaldChemistrydCVJ2008VJ[[]VJacafWacb] 3.8 3

68 ‘ewJsxpressionJofJtheJqhemicalJpondJinJ“erovskiteWTypeJ’xidesXJMaterialsdSciencedForumVJ2007VJ
cd[WcdcVJ[f]aW[f]d 0.4 3
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67 qharacterizationJofJstrainedJ iJwaferJsurfaceJbyJdensityJfunctionalJtheoryJanalysisXJElectrochimicad
ActaVJ2005VJc[VJ[ZZZW[ZZa 6.7 3

66 –ulesJforJsxcitedJ tatesJofJregenerateJ ystemshJwnterpretationJbyJtrozenJ’rbitalJonalysisXJProgressd
indTheoreticaldChemistrydanddPhysicsVJ2009VJadaWagc 0.6 3

65 TheoreticalJstudyJonJtheJelectronicJspectrumJofJTc’XJTheoreticadChimicadActaVJ1995VJg]VJac[ 3

64
–ecentJadvancesJinJquantumWmechanicalJmolecularJdynamicsJsimulationsJofJprotonJtransferJ
mechanismJinJvariousJwaterWbasedJenvironmentsXJWileydInterdisciplinarydReviews:dComputationald
MoleculardScienceVJ2020VJ[ZVJe[b[g

7.9 3

63
TheoreticalJpredictionJbyJrtTJandJexperimentalJobservationJofJheterocationWdopingJeffectsJonJ
hydrogenJadsorptionJandJmigrationJoverJtheJqe’R[[[SJsurfaceXJPhysicaldChemistrydChemicaldPhysicsVJ
2021VJ]aVJbcZgWbc[d

3.6 3

62
TrajectoryJ urfaceJvoppingJopproachJtoJqondensedW“haseJ‘onradiativeJ–elaxationJrynamicsJ
·singJrivideWandWqonquerJ pinWtlipJTimeWrependentJrensityWtunctionalJTightJpindingXJJournaldofd
ChemicaldTheorydanddComputationVJ2021VJ[eVJ[]gZW[aZZ

6.4 3

61 tractionalWoccupationWnumberJbasedJdivideWandWconquerJcoupledWclusterJtheoryXJChemicaldPhysicsd
LettersVJ2018VJe[]VJ[fbW[fg 2.5 3

60 onJoirWJandJøaterW tableJpJ‘JWveteropentaleneJ ervingJasJaJvostJ†aterialJforJaJ“hosphorescentJ
’zsrXJAngewandtedChemiedqdInternationaldEditionVJ2021VJdZVJ]af[]W]af[f 16.4 3

59 –elativisticJeffectJonJenthalpyJofJformationJforJtransitionWmetalJcomplexesXJChemicaldPhysicsdLetters
VJ2017VJdeaVJ]bW]g 2.5 2

58 pondJsnergyJrensityJonalysisJqombinedJwithJwnformaticsJTechniqueXJJournaldofdPhysicaldChemistryd
AVJ2019VJ[]aVJeeeeWeefb 2.8 2

57 –eversibleJ odiumJ†etalJslectrodeshJwsJtluorineJanJsssentialJwnterphasialJqomponentmXJAngewandted
ChemieVJ2019VJ[a[VJf[ZfWf[[] 3.6 2

56 zocalJresponseJdispersionJmethodJinJperiodicJsystemshJwmplementationJandJassessmentXJJournaldofd
ComputationaldChemistryVJ2015VJadVJaZaW[[ 3.5 2

55 ”uantumJchemicalJapproachJforJcondensedWphaseJthermochemistryJRáShJrevelopmentJofJrigidWbodyJ
typeJharmonicJsolvationJmodelXJChemicaldPhysicsdLettersVJ2018VJeZZVJ[bgW[cc 2.5 2

54 occelerationJofJselfWconsistentJfieldJconvergenceJinJabJinitioJmolecularJdynamicsJsimulationJwithJ
multiconfigurationalJwaveJfunctionXJJournaldofdComputationaldChemistryVJ2014VJacVJ[beaWfZ 3.5 2

53 TheoreticalJ tudyJonJtheJ electiveJtluorescenceJofJ“icoureenhJpindingJ†odelsJandJ“hotophysicalJ
“ropertiesXJBulletindofdthedChemicaldSocietydofdJapanVJ2014VJfeVJ]deW]ea 5.1 2

52 oJzinearW calingJrivideWandWqonquerJ”uantumJqhemicalJ†ethodJforJ’penW hellJ ystemsJandJ
sxcitedJ tatesJ2017VJ]geWa][ 2

51 rtTJonalysisJonJqathodicJ–eactionJofJouJThiosulfateJqomplexJatJouR[[[SJ urfaceJWJqathodicJ
–eactionJ†odelingXJECSdTransactionsVJ2014VJcfVJeaWeg 1 2

50 zinearityJconditionJforJorbitalJenergiesJinJdensityJfunctionalJtheoryJRwwwShJbenchmarkJofJtotalJ
energiesXJJournaldofdComputationaldChemistryVJ2013VJabVJ[][fW]c 3.5 2

(2013-2005)
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49 sxtensionJofJenergyJdensityJanalysisJtoJperiodicWboundaryWconditionJcalculationsJwithJplaneWwaveJ
basisJfunctionsXJPhysicaldReviewdBVJ2010VJf[VJ 3.3 2

48
reterminationJofJactiveJsitesJbasedJonJunifiedJanalysisJofJpotentialJenergyJprofileJinJchemicalJ
reactionhJopplicationJtoJqâ��vJactivationJofJmethaneJbyJTiRwáSWimidoJcomplexXJChemicaldPhysicsdLetters
VJ2008VJbdZVJabeWac[

2.5 2

47 –eleaseJofJ–elativisticJ”uantumJqhemicalJqalculationJ“rogramJ–o”sTXJJournaldofdComputerd
ChemistrydJapanVJ2019VJ[fVJodWo[[ 0.2 2

46 rescriptionJofJqoreWwonizedJandJqoreWsxcitedJ tatesJbyJrensityJtunctionalJTheoryJandJ
TimeWrependentJrensityJtunctionalJTheoryXJProgressdindTheoreticaldChemistrydanddPhysicsVJ2012VJ]ecWaZf0.6 2

45 slectronicJstructuresJofJtheJgroundJandJexcitedJstatesJofJ†oRq’SdhJ oqWqwJcalculationJandJfrozenJ
orbitalJanalysisXJMoleculardPhysicsVJ1997VJg]VJc]aWcab 1.7 2

44 bXmmmmmmmmmmmmmmmmmmmmXJElectrochemistryVJ2014VJf]VJ[ZgfW[[Z[ 1.2 2

43
tastJ‘onadiabaticJ†olecularJrynamicsJviaJ pinWtlipJTimeWrependentJrensityWtunctionalJ
TightWpindingJopproachhJopplicationJtoJ‘onradiativeJ–elaxationJofJTetraphenylethyleneJwithJ
zockedJoromaticJ–ingsXJJournaldofdChemicaldTheorydanddComputationVJ2020VJ[dVJe]ggWea[a

6.4 2

42 ossessingJlocallyJrangeWseparatedJhybridJfunctionalsJfromJaJgradientJexpansionJofJtheJexchangeJ
energyJdensityXJJournaldofdChemicaldPhysicsVJ2021VJ[cbVJ][b[Z[ 3.9 2

41 onJslementW ubstitutedJqyclobutadieneJsxhibitingJvighWsnergyJplueJ“hosphorescenceXJ
AngewandtedChemieVJ2021VJ[aaVJ][gffW][ggb 3.6 2

40 –obustJdesignJofJrWˇ�WoJmodelJcompoundsJusingJdigitalJstructuresJforJorganicJr  qJapplicationsXJ
JournaldofdMoleculardGraphicsdanddModellingVJ2021VJ[Z]VJ[Zeegf 2.8 2

39 –eleaseJofJrqrtTp†rJ“rogramXJJournaldofdComputerdChemistrydJapanVJ2018VJ[eVJo][Wo]e 0.2 2

38 ”uantumW†echanicalJ†olecularJrynamicsJ imulationsJonJ econdaryJ“rotonJTransferJinJ
pacteriorhodopsinJ·singJ–ealisticJ†odelsXJJournaldofdPhysicaldChemistrydBVJ2021VJ[]cVJ[ZgbeW[Zgda 3.4 2

37 †ultipleJprotonationJstatesJinJligandWfreeJ o– WqoáW]JmainJproteaseJrevealedJbyJlargeWscaleJ
quantumJmolecularJdynamicsJsimulationsXXJChemicaldPhysicsdLettersVJ2022VJegbVJ[agbfg 2.5 2

36 recompositionJofJsffectiveJsxchangeJwntegralsJofJ–adicalJrimersJ·singJpondJsnergyJrensityJ
onalysisXJChemistrydLettersVJ2017VJbdVJfegWff] 1.7 1

35 TheoreticalJonalysisJonJTemperatureWJandJ“ressureWrependencesJofJ‘’Wq’W’]J–eactionJonJ
–hR[[[SJ urfaceXJJournaldofdComputerdChemistrydJapanVJ2019VJ[fVJeZWee 0.2 1

34 snergyJsxpressionJofJtheJqhemicalJpondJpetweenJotomsJinJvydridesJandJ’xidesJandJwtsJ
opplicationJtoJ†aterialsJresignJ2015VJ[faW][a 1

33 ·nusualJsnergyJpalanceJpetweenJotomsJinJ“ostperovskiteJ†g i’aXJJournaldofdthedAmericand
CeramicdSocietyVJ2010VJgaVJabbgWabcb 3.8 1

32 slectronicJstructuresJofJtheJgroundJandJexcitedJstatesJofJ†oRq’SdJhJ oqWqwJcalculationJandJfrozenJ
orbitalJanalysisXJMoleculardPhysicsVJ1997VJg]VJc]aWcab 1.7 1
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31 obJinitioJmolecularJorbitalJmodelJofJscanningJtunnelingJmicroscopyXJpenzeneJandJbenzeneJ
adsorbedJonJaJogJsurfaceXJChemicaldPhysicsdLettersVJ1997VJ]dbVJae[Waec 2.5 1

30 ‘onWpornW’ppenheimerJTheoryJforJ imultaneousJreterminationJofJ‘uclearJandJslectronicJøaveJ
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