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k Paper IF Citations

190 RateVyimitingHµtepHofHrpoxidationHReactionHofHtheH’xoironQvüRH–orphyrinHˇ�VpationHRadicalHpomplexgH
rlectronHöransferHpoupledHoondHsormationHzechanismWHInorganiciChemistryUH2021UHcYUHZdcedVZdcfe 5.1 1

189 qensityHsunctionalHµtudyHofHzetalVtoVyigandHphargeHöransferHandHuoleVuoppingHinHRutheniumQvvRH
pomplexesHwithHnlkylVµubstitutedHoipyridineHyigandsWHACSiOmegaUH2021UHcUHbbVca 3.9 3

188
öheoreticalHµtudiesHofHReactionHzechanismsHforHualfVöitanoceneVpatalyzedHµtyreneH–olymerizationUH
rthyleneH–olymerizationUHandHµtyreneâ��rthyleneHpopolymerizationgHRolesHofHtheH‘eutralHöiQvvvRHandH
theHpationicHöiQvüRHµpeciesWHOrganometallicsUH2021UHaYUHca]Vcb]

3.8

187 Z]pH‘zRHchemicalHshiftsHinHsubstitutedHbenzenesgHanalysisHusingHnaturalHperturbationHorbitalsHandH
substitutionHeffectsWHMoleculariPhysicsUH2021UHZZfUHeZea]d[[ 1.7

186 µemiV—uantitativeHpalculationsHofH‘ucleusVvndependentHphemicalHµhiftHQ‘vpµRHøsingHaH
’neVqimensionalHRingHzodelWHJournaliofiComputeriChemistryiJapanUH2021UH[YUHn[VnZY 0.2

185 VµubstitutionHnctivatesH’xoironQvüRH–orphyrinHˇ�VpationHRadicalHpomplexHzoreHöhanH
–yrroleV˛†VµubstitutionHforHntomHöransferHReactionWHInorganiciChemistryUH2021UHcYUH][YdV][Zd 5.1 7

184 qensityHsunctionalHµtudyHonHpompoundsHtoHnccelerateHtheHrlectronHpaptureHqecayHofHoeWHJournaliofi
PhysicaliChemistryiAUH2021UHZ[bUHc]bcVc]cZ 2.8

183
vnsightsHintoHtheHelectronicHstructureHandHmechanismHofHnorcaraneHhydroxylationHbyH’xoznQüRH
porphyrinHcomplexesgHnHdensityHfunctionalHtheoryHstudyWHJournaliofiComputationaliChemistryUH2021UH
a[UHZf[YVZf[e

3.5 0

182 nbHinitioHandHsteadyVstateHmodelsHforHuraniumHisotopeHfractionationHinHmultiVstepHbioticHandHabioticH
reductionWHGeochimicaiEtiCosmochimicaiActaUH2021UH]YdUH[Z[V[[d 5.5 2

181 µynthesisUHcharacterizationUHandHreactivityHofHoxoironQvüRHporphyrinHˇ�VcationHradicalHcomplexesH
bearingHcationicH‘VmethylV[VpyridiniumHgroupWHJournaliofiInorganiciBiochemistryUH2021UH[[]UHZZZba[ 4.2 0

180 qsöHinsightHintoHaxialHligandHeffectsHonHelectronicHstructureHandHmechanisticHreactivityHofHoxoironQivRH
porphyrinWHPhysicaliChemistryiChemicaliPhysicsUH2020UH[[UHZ[Zd]VZ[Zdf 3.6 4

179 rxploringHtheHRelationshipHbetweenHrffectiveHzassUHöransientH–hotoconductivityUHandH
–hotocatalyticHnctivityHofHµrx–bZâ��xoi’[plHQxHjHYâ��ZRH’xyhalidesWHChemistryiofiMaterialsUH2020UH][UHaZccVaZd]9.6 12

178 rxperimentalHandHöheoreticalHvnvestigationHofHtheHRoleHofHoismuthHinH–romotingHtheHµelectiveH
’xidationHofHtlycerolHoverHµupportedH–tâ��oiHpatalystHunderHzildHponditionsWHACSiCatalysisUH2020UHZYUHcYdZVcYe]13.1 22

177
µurfaceVenhancedHRamanHscatteringHofHzHVpyrazineVzHQzHjHpuUHngUHnuRgHnnalysisHbyHnaturalH
perturbationHorbitalsHandHdensityHfunctionalHtheoryHfunctionalHdependenceWHJournaliofi
ComputationaliChemistryUH2020UHaZUHZc[eVZc]d

3.5 2

176
nccurateHdeterminationHofHtheHenhancementHfactorHXHforHtheHnuclearHµchiffHmomentHinH[YbölsH
moleculeHbasedHonHtheHfourVcomponentHrelativisticHcoupledVclusterHtheoryWHMoleculariPhysicsUH2020UH
ZZeUHeZdcdeZa

1.7 2

175 RelativisticHcoupledVclusterHstudyHofHdiatomicHmetalValkaliVmetalHmoleculesHforHelectronHelectricH
dipoleHmomentHsearchesWHJournaliofiPhysicsiB:iAtomicwiMoleculariandiOpticaliPhysicsUH2020UHb]UHYZbZY[ 1.3 2

174 öimeVdependentHqsöHstudyHofHtheHxVedgeHspectraHofHvanadiumHandHtitaniumHcomplexesgHeffectsHofH
chlorideHligandsHonHpreVedgeHfeaturesWHPhysicaliChemistryiChemicaliPhysicsUH2020UH[[UHcdaVce[ 3.6 9
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173 rffectHofHrxternalHrlectricHsieldsHonHtheH’xidationHReactionHofH’lefinsHbyHseQvüR’plâ��–orphyrinH
pomplexesWHBulletiniofitheiChemicaliSocietyiofiJapanUH2020UHf]UHZedVZf] 5.1 8

172 öransitionVzetalHpappingHtoHµuppressHoackVqonationHtoHrnhanceHqonorHnbilityWHOrganometallicsUH
2020UH]fUHaZfZVaZfa 3.8 5

171 zolecularHstructureHandHbasicHspectroscopicHpropertiesHofH]VselenocyanatoindolegHnnHimportantH
referenceHcompoundHinHorganoseleniumHresearchWHTetrahedronUH2019UHdbUHZ]YbbZ 2.4 1

170 sactorsHinfluencingHtheHphotoelectrochemicalHdeviceHperformanceHsensitizedHbyHrutheniumH
polypyridylHdyesWHDaltoniTransactionsUH2019UHaeUHceeVcfb 4.3 11

169
rxperimentalHandHtheoreticalHstudiesHofHtheHporphyrinHligandHeffectHonHtheHelectronicHstructureHandH
reactivityHofHoxoironQivRHporphyrinHˇ�VcationVradicalHcomplexesWHJournaliofiBiologicaliInorganici
ChemistryUH2019UH[aUHae]Vafa

3.7 15

168 öheHRoleHofHRelativisticHzanyVoodyHöheoryHinHrlectronHrlectricHqipoleHzomentHµearchesHøsingHpoldH
zoleculesWHAtomsUH2019UHdUHbe 2.1

167 zeritsHofHheavyVheavyHdiatomicHmoleculesHforHelectronHelectricVdipoleVmomentHsearchesWHPhysicali
ReviewiAUH2019UHffUH 2.6 8

166 øltracoldHmercuryâ��alkaliVmetalHmoleculesHforHelectronVelectricVdipoleVmomentHsearchesWHPhysicali
ReviewiAUH2019UHffUH 2.6 6

165 µubstitutionHeffectsHonHolefinHepoxidationHcatalyzedHbyH’xoironQvüRHporphyrinHˇ�VcationHradicalH
complexesgHnHdftHstudyWHJournaliofiComputationaliChemistryUH2019UHaYUHZdeYVZdee 3.5 7

164 pomputationalHµtudyHonHtheHµearchHforH‘onVsullereneHncceptorsUHrxaminationHofHvnterfaceH
teometryUHandHvnvestigationHofHrlectronHöransferWHJournaliofiPhysicaliChemistryiCUH2019UHZ[]UHZdcdeVZdceb3.8 6

163 vnvertedHµandwichHRhHpomplexHoearingHaH–lumboleHyigandHandHvtsHpatalyticHnctivityWH
OrganometallicsUH2019UH]eUH]YffV]ZY] 3.8 9

162 pHandH–bH‘zRHphemicalHµhiftsHofHqirhodioVHandHqilithioplumboleHpomplexesgHnH—uantumHphemicalH
nssessmentWHInorganiciChemistryUH2019UHbeUHZadYeVZadZf 5.1

161 nlternativeHmaterialsHforHperovskiteHsolarHcellsHfromHmaterialsHinformaticsWHPhysicaliReviewiMaterials
UH2019UH]UH 3.2 7

160 sunctionalizationHofHrndohedralHzetallofullerenesHtowardHvmprovingHoarrierHueightHforHtheH
RelaxationHofHzagnetizationHforHqympVXHQXHjHpsUHp‘–hRWHInorganiciChemistryUH2019UHbeUHZ[YeVZ[Zb 5.1 4

159
panHlargeHactiveVspaceHpnµµpsHcalculationHmakeHsenseHtoHtheHreactionHanalysisHofHironHcomplexlHnH
benchmarkHstudyHofHmethaneHoxidationHreactionHbyHse’WHJournaliofiComputationaliChemistryUH2019UH
aYUHaZaVa[Y

3.5 2

158 rxtrapolationHofHpolymerHgapHbyHcombiningHclusterHandHperiodicHboundaryHconditionHcalculationsH
withHuˆ…ckelHtheoryWHChemicaliPhysicsiLettersUH2018UHdYdUHaaVae 2.5 3

157 nnomalousHqielectricHoehaviorHofHaH–bXµnH–erovskitegHrffectHofHörappedHphargesHonHpomplexH
–hotoconductivityWHACSiPhotonicsUH2018UHbUH]ZefV]Zfd 6.3 17

156 sirstV–rinciplesHpalculationsHofHtheHRotationalHzotionHandHuydrogenHoondHpapabilityHofHyargeH
’rganicHpationsHinHuybridH–erovskitesWHJournaliofiPhysicaliChemistryiCUH2018UHZ[[UHZbfccVZbfd[ 3.8 9
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3



155 nHtheoreticalHstudyHonHtheHsizeVdependenceHofHgroundVstateHprotonHtransferHinHphenolVammoniaH
clustersWHPhysicaliChemistryiChemicaliPhysicsUH2018UH[YUH][cbV][dc 3.6 5

154 rnhancementHfactorsHofHparityVHandHtimeVreversalVviolatingHeffectsHforHmonofluoridesWHPhysicali
ReviewiAUH2018UHfeUH 2.6 12

153 µynthesisHandHreactivityHofHaHruthenoceneVtypeHcomplexHbearingHanHaromaticHˇ�VligandHwithHtheH
heaviestHgroupHZaHelementWHChemicaliScienceUH2017UHeUH]Yf[V]Yfd 9.4 16

152 RotationalHrnergyHoarriersHandHRelaxationHöimesHofHtheH’rganicHpationHinHpubicHzethylammoniumH
yeadXöinHualideH–erovskitesHfromHsirstH–rinciplesWHJournaliofiPhysicaliChemistryiCUH2017UHZ[ZUHZaYbZVZaYbf3.8 19

151 palculationsHofHnuclearHmagneticHshieldingHconstantsHbasedHonHtheHexactHtwoVcomponentHrelativisticH
methodWHJournaliofiChemicaliPhysicsUH2017UHZadUHZbaZYa 3.9 14

150 —uantumHphemicalHµtudiesHonHrlectronVncceptingH’vercrowdedHrthyleneHwithHaH–olarizableH
µkeletonWHJournaliofiPhysicaliChemistryiAUH2017UHZ[ZUHddfdVdeYc 2.8 2

149 öheoreticalHµtudyHofHsormulationHofHuyperfineHpouplingHponstantHinHsourVcomponentHRelativisticH
srameworkWHJournaliofiComputeriChemistryiJapanUH2017UHZcUHeZVe[ 0.2

148 nnalysisHofHlargeHeffectiveHelectricHfieldsHofHweaklyHpolarHmoleculesHforHelectronH
electricVdipoleVmomentHsearchesWHPhysicaliReviewiAUH2017UHfbUH 2.6 10

147 öheoreticalHvnsightsHintoHtheHrlectronicHµtructuresHandHµtabilityHofHqimetallofullerenesHz[mvhVpeYWH
JournaliofiPhysicaliChemistryiCUH2017UHZ[ZUHZeZcfVZeZdd 3.8 12

146 —uantumHphemicalHµtudyHonHrndohedralHueteronuclearHqimetallofullereneHzZz[mvhVpeYHtowardH
zolecularHqesignWHJournaliofiPhysicaliChemistryiCUH2017UHZ[ZUH[ddYYV[ddYe 3.8 3

145 öheoreticalHµtudyHonHRotationalHpontrollabilityHofH’rganicHpationsHinH’rganicâ��vnorganicHuybridH
–erovskitesgHuydrogenHoondsHandHualogenHµubstitutionWHJournaliofiPhysicaliChemistryiCUH2017UHZ[ZUH[cZeeV[cZfb3.8 14

144
üanadiumH‘zRHphemicalHµhiftsHofHQvmidoRvanadiumQüRHqichlorideHpomplexesHwithH
vmidazolinV[ViminatoHandHvmidazolidinV[ViminatoHyigandsgHpooperationHwithH—uantumVphemicalH
palculationsHandHzultipleHyinearHRegressionHnnalysesWHJournaliofiPhysicaliChemistryiAUH2017UHZ[ZUHfYffVfZYb

2.8 3

143 nnisotropicHprystalsHoasedHonHaHzainVtroupHpoordinationH–olymerHwithHnlignmentHofHRigidHˇ�H
µkeletonsWHOrganometallicsUH2017UH]cUH[aedV[afY 3.8 3

142
nutomaticHuighVöhroughputHµcreeningHµchemeHforH’rganicH–hotovoltaicsgHrstimatingHtheH’rbitalH
rnergiesHofH–olymersHfromH’ligomersHandHrvaluatingHtheH–hotovoltaicHpharacteristicsWHJournaliofi
PhysicaliChemistryiCUH2017UHZ[ZUH[e[dbV[e[ec

3.8 17

141 nnalysisHofHrlectronHµpinHqensityHvnducedHbyHrxternalHµtaticHzagneticHsieldHinHplosedVshellHueavyH
ntomicHµystemsWHJournaliofiComputeriChemistryiJapanUH2017UHZcUHfZVf[ 0.2

140
öheoreticalHstudyHofHtheHinfraredHfrequenciesHofHcrystallineHmethylHacetateHunderHinterstellarH
mediumHconditionsWHSpectrochimicaiActaiyiPartiA:iMoleculariandiBiomoleculariSpectroscopyUH2016UH
Zb]UHaZbV[Z

4.4 1

139
öheH’riginHofHRelativeHµtabilityHofHqiV´µVoxoHzâ��zHphiralHµalenHpomplexesHμzâ��zHjHöiQvüRâ��öiQvüRUH
üQvüRâ��üQvüRUHprQvüRâ��prQvüRUHandHznQvüRâ��znQvüR]gHnH—uantumVphemicalHnnalysisWHBulletiniofithei
ChemicaliSocietyiofiJapanUH2016UHefUHaadVaba

5.1 1

138 porrelatingHzagneticHrxchangeHinHqinuclearHoisQphenolateRVoridgedHpomplexesgHnHpomputationalH
–erspectiveWHBulletiniofitheiChemicaliSocietyiofiJapanUH2016UHefUHcbdVccb 5.1 8
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137 RelativisticHcoupledVclusterHcalculationHofHtheHelectronVnucleusHscalarVpseudoscalarHinteractionH
constantH−sHinHαbsWHPhysicaliReviewiAUH2016UHf]UH 2.6 25

136 öheoreticalHqesignHforH‘earVinfraredHyightHnbsorptionHofH‘]VskeletonHqyegHµpinVforbiddenH
rxcitationWHJournaliofiComputeriChemistryiJapanUH2016UHZbUHddVde 0.2

135 qesignHofHspinVforbiddenHtransitionsHforHpolypyridylHmetalHcomplexesHbyHtimeVdependentHdensityH
functionalHtheoryHincludingHspinVorbitHinteractionWHPhysicaliChemistryiChemicaliPhysicsUH2016UHZeUHZaaccVde3.6 2

134 öheHfunctionalHroleHofHtheHstructureHofHtheHdioxoVisobacteriochlorinHinHtheHcatalyticHsiteHofH
cytochromeHcdHforHtheHreductionHofHnitriteWHChemicaliScienceUH2016UHdUH[efcV[fYc 9.4 16

133 ueavyHrlementHrffectsHinHtheHqiagonalHoornV’ppenheimerHporrectionHwithinHaHRelativisticHµpinVsreeH
uamiltonianWHJournaliofiPhysicaliChemistryiAUH2016UHZ[YUH[ZbYVf 2.8 5

132 qeterminationHofHgenotoxicHpotentialHbyHcomparisonHofHstructurallyHrelatedHazoHdyesHusingHq‘nH
repairVdeficientHqöaYHmutantHpanelsWHChemosphereUH2016UHZcaUHZYcVZZ[ 8.4 5

131 pomprehensiveHønderstandingHofHµtructureVpontrollingHsactorsHofHaHβincHöetraphenylporphyrinH
öhinHsilmHøsingHpznvRµHandHtvXqHöechniquesWHChemistryiyiAiEuropeaniJournalUH2016UH[[UHZcb]fVZcbac 4.8 20

130 nnHabHinitioHstudyHofHnuclearHvolumeHeffectsHforHisotopeHfractionationsHusingHtwoVcomponentH
relativisticHmethodsWHJournaliofiComputationaliChemistryUH2015UH]cUHeZcV[Y 3.5 6

129 vnfraredHspectraHandHchemicalHabundanceHofHmethylHpropionateHinHicyHastrochemicalHconditionsWH
MonthlyiNoticesiofitheiRoyaliAstronomicaliSocietyUH2015UHaaeUHZ]d[VZ]dd 4.3 9

128 taugeVoriginHdependenceHofH‘zRHshieldingHconstantsHinHtheHqouglasâ��xrollâ��uessHmethodWHChemicali
PhysicsiLettersUH2015UHcZeUHZ][VZaZ 2.5 4

127
qiV˛…VoxoHdimetalHcoreHofHznQvüRHandHöiQvüRHasHaHlinkerHbetweenHtwoHchiralHsalenHcomplexesHleadingHtoH
theHstereoselectiveHformationHofHdifferentHzVHandH–VhelicalHstructuresWHInorganiciChemistryUH2014UH
b]UHZYdYVf

5.1 14

126 npplicationHofHrelativisticHcoupledVclusterHtheoryHtoHtheHeffectiveHelectricHfieldHinHαbsWHPhysicali
ReviewiAUH2014UHfYUH 2.6 45

125 pharacterizingHofHvariationHinHtheHprotonVtoVelectronHmassHratioHviaHpreciseHmeasurementsHofH
molecularHvibrationalHtransitionHfrequenciesWHJournaliofiMoleculariSpectroscopyUH2014UH]YYUHffVZYd 1.3 13

124 qipoleHpolarizabilityHofHalkaliVmetalHQ‘aUHxUHRbRValkalineVearthVmetalHQpaUHµrRHpolarHmoleculesgH
prospectsHforHalignmentWHJournaliofiChemicaliPhysicsUH2014UHZaYUH[[a]Y] 3.9 25

123 öestHofHmpXmeHchangesHusingHvibrationalHtransitionsHinH‘[TWHPhysicaliReviewiAUH2014UHefUH 2.6 40

122
—uantumVchemicalHanalysesHofHaromaticityUHøüHspectraUHandH‘zRHchemicalHshiftsHinH
plumbacyclopentadienylidenesHstabilizedHbyHyewisHbasesWHJournaliofiComputationaliChemistryUH2014UH
]bUHeadVb]

3.5 7

121 öheoreticalHµtudyHofHvsotopeHrnrichmentHpausedHbyH‘uclearHüolumeHrffectWHJournaliofiComputeri
ChemistryiJapanUH2014UHZ]UHf[VZYa 0.2 3

120 qiagonalHoornV’ppenheimerHporrectionHoasedHonHµpinVsreeHRelativisticHuamiltoniansWHJournaliofi
ComputeriChemistryiJapanUH2014UHZ]UH[[fV[][ 0.2 1

(2014-2016)
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119 ’xygenVatomHtransferHfromHiodosylareneHadductsHofHaHmanganeseQvüRHsalenHcomplexgHeffectHofH
arenesHandHanionsHonHvQvvvRHofHtheHcoordinatedHiodosylareneWHInorganiciChemistryUH2013UHb[UHfbbdVcc 5.1 34

118 öheHqouglasâ��xrollâ��uessHmethodHbasedHonHvectorVpotentialVincludingHsoldyâ��−outhuysenH
transformationgHnpplicationHtoH‘zRHshieldingHtensorWHChemicaliPhysicsiLettersUH2013UHbeYUHZabVZbZ 2.5 6

117 nbHinitioHstudyHofHgroundHandHexcitedHstatesHofHcyiaYpaHandHcyieeµrHmoleculesWHJournaliofiChemicali
PhysicsUH2013UHZ]eUHZfa]Yd 3.9 16

116 µensitivityHofHvibrationalHspectroscopyHofHopticallyHtrappedHµryiHandHpayiHmoleculesHtoHvariationsH
inmpXmeWHJournaliofiPhysicsiB:iAtomicwiMoleculariandiOpticaliPhysicsUH2013UHacUHY[bYYZ 1.3 28

115 µynthesisUHstructureUHandHreactivityHofHyewisHbaseHstabilizedHplumbacyclopentadienylidenesWH
ChemistryiyiAiEuropeaniJournalUH2013UHZfUHZcfacVb] 4.8 26

114 nbHinitioHstudyHonHpotentialHenergyHcurvesHofHelectronicHgroundHandHexcitedHstatesHofHaYpauTH
moleculeWHChemicaliPhysicsiLettersUH2012UHb[ZUH]ZV]b 2.5 16

113 ‘uclearHzagneticHµhieldingHandHnromaticityHofHμZe]nnnuleneHandHvtsH—uasiVzˆ¶biusVöypeHnnaloguesWH
BulletiniofitheiChemicaliSocietyiofiJapanUH2012UHebUHZ[aaVZ[aa 5.1

112
rffectHofHtheHaxialHligandHonHtheHreactivityHofHtheHoxoironQvüRHporphyrinHˇ�VcationHradicalHcomplexgH
higherHstabilizationHofHtheHproductHstateHrelativeHtoHtheHreactantHstateWHInorganiciChemistryUH2012UH
bZUHd[fcV]Yb

5.1 66

111 nccuracyHestimationsHofHovertoneHvibrationalHtransitionHfrequenciesHofHopticallyHtrappedHZdaαbcyiH
moleculesWHPhysicaliReviewiAUH2012UHebUH 2.6 18

110 ‘uclearHzagneticHµhieldingHandHnromaticityHofHμZe]nnnuleneHandHvtsH—uasiVzˆ¶biusVöypeHnnaloguesWH
BulletiniofitheiChemicaliSocietyiofiJapanUH2011UHeaUHeabVeba 5.1 2

109 RelativisticHeffectHonHddµeH‘zRHchemicalHshiftsHofHvariousHseleniumHspeciesHinHtheHframeworkHofH
zerothVorderHregularHapproximationWHJournaliofiPhysicaliChemistryiAUH2011UHZZbUHed[ZV]Y 2.8 16

108
rstimatedHaccuraciesHofHpureHXuTQXgHevenHisotopesHofHgroupHvvHatomsRHvibrationalHtransitionH
frequenciesgHtowardsHtheHtestHofHtheHvarianceHinmpXmeWHJournaliofiPhysicsiB:iAtomicwiMoleculariandi
OpticaliPhysicsUH2011UHaaUHY[baY[

1.3 29

107 nbHinitioHstudyHofHpermanentHelectricHdipoleHmomentHandHradiativeHlifetimesHofH
alkalineVearthVmetalVVyiHmoleculesWHPhysicaliReviewiAUH2011UHeaUH 2.6 31

106 zagneticVfieldHeffectsHinHtransitionsHofHXHyiHmoleculesHQXgHevenHisotopesHofHgroupHvvHatomsRWHPhysicali
ReviewiAUH2011UHeaUH 2.6 11

105 rliminationHofHtheHµtarkHshiftHfromHtheHvibrationalHtransitionHfrequencyHofHopticallyHtrappedH
ZdaαbcyiHmoleculesWHPhysicaliReviewiAUH2011UHeaUH 2.6 37

104 rlectronicHrxcitedHµtatesHpalculatedHøsingHteneralizedHµpinV’rbitalHsunctionsHvncludingHµpinV’rbitH
vnteractionsWHJournaliofiComputeriChemistryiJapanUH2011UHZYUHZZVZd 0.2 7

103 rxcitationHandHcircularHdichroismHspectraHofHQTRVQµUµRVbisQ[VmethylbutylRchalcogenidesWHMoleculesUH
2010UHZbUH[]bdVd] 4.8 3

102 RelativisticHcalculationsHofHgroundHandHexcitedHstatesHofHyiαbHmoleculeHforHultracoldH
photoassociationHspectroscopyHstudiesWHJournaliofiChemicaliPhysicsUH2010UHZ]]UHZ[a]Zd 3.9 36
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101 zagneticHshieldingHconstantsHcalculatedHbyHtheHinfiniteVorderHqouglasVxrollVuessHmethodHwithH
electronVelectronHrelativisticHcorrectionsWHJournaliofiChemicaliPhysicsUH2010UHZ][UHZdaZYb 3.9 29

100
nbHinitiostudyHonHvibrationalHdipoleHmomentsHofHXuTmolecularHionsgHXH
j[azgUaYpaUcaβnUeeµrUZZapdUZ]eoaUZdaαbHand[Y[ugWHJournaliofiPhysicsiB:iAtomicwiMoleculariandi
OpticaliPhysicsUH2010UHa]UH[abZY[

1.3 30

99 yigandHeffectHonHuraniumHisotopeHfractionationsHcausedHbyHnuclearHvolumeHeffectsgHnnHabHinitioH
relativisticHmolecularHorbitalHstudyWHJournaliofiChemicaliPhysicsUH2010UHZ]]UHYaa]Yf 3.9 25

98 qilithioplumbolegHaHleadVbearingHaromaticHcyclopentadienylHanalogWHScienceUH2010UH][eUH]]fVa[ 33.3 95

97 rxpectationHvaluesHinHtwoVcomponentHrelativisticHtheoriesWHJournaliofiChemicaliPhysicsUH2010UHZ][UHZcaZYe3.9 27

96
palculationsHandHrlectronicHnnalysesHofbbznHandZ]pH‘uclearHzagneticHµhieldingHponstantsHforH
znQp’RbXHQXHjHuUHsUHplUHorUHvUHandHpu]RHandHzQp’RQ‘u]R]QzHjHpr[TUHse[TUHpuTUHandHβn[TRWHBulletiniofi
theiChemicaliSocietyiofiJapanUH2010UHe]UHbZaVbZf

5.1 1

95 nHuybridHqataHoasegH—uantumHphemistryHyiteratureHqataHoaseHvvâ��‘ewHponceptHandH‘ewH
zethodologyâ��WHBulletiniofitheiChemicaliSocietyiofiJapanUH2010UHe]UHccYVccc 5.1 1

94 øniqueHpropertiesHandHreactivityHofHhighVvalentHmanganeseVoxoHversusHmanganeseVhydroxoHinHtheH
salenHplatformWHInorganiciChemistryUH2010UHafUHcccaVd[ 5.1 63

93 rffectsHofHambientHpressureHonHpuHx˛–HXVrayHradiationHwithHmillijouleHandHhighVrepetitionVrateH
femtosecondHlaserWHAppliediPhysicsiB:iLasersiandiOpticsUH2010UHffUHZd]VZdf 1.9 13

92
RelativisticHandHelectronVcorrelationHeffectsHonHmagnetizabilitiesHinvestigatedHbyHtheH
qouglasVxrollVuessHmethodHandHtheHsecondVorderHzˆ‚llerV–lessetHperturbationHtheoryWHJournaliofi
ComputationaliChemistryUH2009UH]YUH[bbYVcc

3.5 11

91 priticalHroleHofHexternalHaxialHligandsHinHchiralityHamplificationHofHtransVcyclohexaneVZU[VdiamineHinH
salenHcomplexesWHJournaliofitheiAmericaniChemicaliSocietyUH2009UHZ]ZUHZ[]faVaYb 16.4 45

90
rffectHofHaHtridentateHligandHonHtheHstructureUHelectronicHstructureUHandHreactivityHofHtheHcopperQvRH
nitriteHcomplexgHroleHofHtheHconservedHthreeVhistidineHligandHenvironmentHofHtheHtypeV[HcopperHsiteH
inHcopperVcontainingHnitriteHreductasesWHJournaliofitheiAmericaniChemicaliSocietyUH2008UHZ]YUHcYeeVfe

16.4 48

89 nnHabHinitioHmolecularHorbitalHstudyHofHtheHnuclearHvolumeHeffectsHinHuraniumHisotopeHfractionationsWH
JournaliofiChemicaliPhysicsUH2008UHZ[fUHZca]Yf 3.9 66

88 nnHabHinitioHstudyHbasedHonHaHfiniteHnucleusHmodelHforHisotopeHfractionationHinHtheHøQvvvRVøQvüRH
exchangeHreactionHsystemWHJournaliofiChemicaliPhysicsUH2008UHZ[eUHZaa]Yf 3.9 23

87 rvaluationHofHelectronHpopulationHtermsHforHapUH]pUHandHQ[pRgHhowHdoHu’z’HandHyøz’HshrinkHorH
expandHdependingHonHnuclearHchargeslWHChemistryiyiAiEuropeaniJournalUH2008UHZaUHd[deVea 4.8 5

86
pontributionsHfromHatomicHpQµeRUHdQµeRUHandHfQµeRHorbitalsHtoHabsoluteHparamagneticHshieldingH
tensorsHinHneutralHandHchargedHµeunHandHsomeHoxidesHincludingHtheHeffectHofHmethylHandHhalogenH
substitutionsHonHsigmapQµeRWHChemistryiyiAiEuropeaniJournalUH2008UHZaUHfcadVbb

4.8 5

85 rxcitationHandHcircularHdichroismHspectraHofHQVRVQ]aµUHdaµRV[VchalcogenaVtransVhydrindansQphHjHµUHµeUH
öeRgHµnpHandHµnpVpvHcalculationsWHJournaliofiComputationaliChemistryUH2008UH[fUHcZ[V[Z 3.5 6

84 RelativisticHquantumVchemicalHcalculationsHofHmagnetizabilitiesHofHnobleHgasHatomsHusingHtheH
qouglasâ��xrollâ��uessHmethodWHChemicaliPhysicsiLettersUH2008UHabeUH[[]V[[c 2.5 10

(2008-2010)
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83 rxaminationHofHaccuracyHofHelectronâ��electronHpoulombHinteractionsHinHtwoVcomponentHrelativisticH
methodsWHChemicaliPhysicsiLettersUH2008UHacZUH][dV]]Z 2.5 49

82 troundHandHexcitedHstatesHofHsingletUHcationHdoubletUHandHanionHdoubletHstatesHofHoVbenzoquinonegH
aHtheoreticalHstudyWHJournaliofiPhysicaliChemistryiAUH2007UHZZZUH[c]aVf 2.8 16

81 uowHQddRµeH‘zRHchemicalHshiftsHoriginateHfromHpreValphaUHalphaUHbetaUHandHgammaHeffectsgH
interpretationHbasedHonHmolecularHorbitalHtheoryWHChemistryiyiAiEuropeaniJournalUH2007UHZ]UHb[e[Vf] 4.8 12

80
palculationsHofHfrequencyVdependentHmolecularHmagnetizabilitiesHwithHquasiVrelativisticH
timeVdependentHgeneralizedHunrestrictedHuartreeVsockHmethodWHJournaliofiComputationali
ChemistryUH2007UH[eUHdaYVd

3.5 11

79 npplicabilityHofHtheHlowestVorderHtwoVelectronHoreitâ��–auliHrelativisticHcorrectionHinHmanyVelectronH
heavyHandHsuperVheavyHelementsWHChemicaliPhysicsiLettersUH2007UHaa[UHZ]aVZ]f 2.5 13

78 npoptosisHandHmicronucleiHinductionHinHhumanHepithelialHcellsHexposedHtoHenergeticHcarbonHionsHinH
theHoraggHpeakHregionWHAdvancesiiniSpaceiResearchUH2007UHaYUHbYZVbYb 2.4 3

77 phromosomeHaberrationsHinducedHbyHdualHexposureHofHprotonsHandHironHionsWHRadiationiandi
EnvironmentaliBiophysicsUH2007UHacUHZ[bVf 2 22

76 ’rientationalHeffectHofHarylHgroupsHonHddµeH‘zRHchemicalHshiftsgHexperimentalHandHtheoreticalH
investigationsWHChemistryiyiAiEuropeaniJournalUH2006UHZ[UH]e[fVac 4.8 37

75 vnductionHofHmicronucleiHinHhumanHfibroblastsHacrossHtheHoraggHcurveHofHenergeticHheavyHionsWH
RadiationiResearchUH2006UHZccUHbe]Vf 3.1 22

74 µnpHandHµnpVpvHcalculationsHofHexcitationHandHcircularHdichroismHspectraHofHstraightVchainHandHcyclicH
dichalcogensWHJournaliofiPhysicaliChemistryiAUH2006UHZZYUHZYYb]Vc[ 2.8 18

73 öheoreticalHstudiesHonHmagneticHcircularHdichroismHbyHtheHfiniteHperturbationHmethodHwithH
relativisticHcorrectionsWHJournaliofiChemicaliPhysicsUH2005UHZ[]UHZcaZZ] 3.9 29

72 RelativisticHconfigurationHinteractionHandHcoupledHclusterHmethodsHusingHfourVcomponentHspinorsgH
zagneticHshieldingHconstantsHofHuXHandHpu]XHQXjsUHplUHorUHvRWHChemicaliPhysicsiLettersUH2005UHaYeUHZbYVZbc2.5 27

71 tr‘rRnyvβrqVøusHöur’RαHs’RHznt‘rövpH–R’–rRövrµH−vöuH—ønµvVRrynövüvµövpH
unzvyö’‘vn‘µWHRecentiAdvancesiiniComputationalUH2004UHZfZV[[Y

70
—uantumVchemicalHcalculationsHforHparamagneticHZ]pH‘zRHchemicalHshiftsHofHironVboundHcyanideH
ionsHofHironHporphyrinsHinHgroundHandHlowVlyingHexcitedHstatesHcontainingHferricHQdxyR[QdxzUyzR]HandH
QdxyRZQdxzUyzRaHconfigurationsWHJournaliofitheiAmericaniChemicaliSocietyUH2004UHZ[cUHaecVd

16.4 13

69 ‘uclearHzagneticHµhieldingHponstantsHofHualogensHinHXVHandHX’aVQXHjHsUHplUHorUHvRHOndashhH
RelativisticHandHrlectronVporrelationHrffectsHOndashhWHJournaliofiComputeriChemistryiJapanUH2004UH]UHZb]VZbe0.2

68 —uasirelativisticHtheoryHforHmagneticHshieldingHconstantsWHvvWHtaugeVincludingHatomicHorbitalsHandH
applicationsHtoHmoleculesWHJournaliofiChemicaliPhysicsUH2003UHZZeUHZY[dVZY]b 3.9 95

67
—uasirelativisticHtheoryHforHtheHmagneticHshieldingHconstantWHvWHsormulationHofHqouglasâ��xrollâ��uessH
transformationHforHtheHmagneticHfieldHandHitsHapplicationHtoHatomicHsystemsWHJournaliofiChemicali
PhysicsUH2003UHZZeUHZYZbVZY[c

3.9 100

66 RelativisticHeffectsHonHmagneticHcircularHdichroismHstudiedHbyHtøusXµrpvHmethodWHChemicaliPhysicsi
LettersUH2002UH]bbUH[ZfV[[b 2.5 21
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65 rxcitedHandHvonizedHµtatesHofHpVoenzoquinoneHandHvtsHnnionHRadicalgHHµnpâ��pvHöheoreticalHµtudyWH
JournaliofiPhysicaliChemistryiAUH2002UHZYcUH]e]eV]eaf 2.8 55

64 rxcitedHandHionizedHstatesHofHanilinegHµymmetryHadaptedHclusterHconfigurationHinteractionH
theoreticalHstudyWHJournaliofiChemicaliPhysicsUH2002UHZZdUH[YabV[Yb[ 3.9 46

63 vonizedHandHexcitedHstatesHofHferrocenegHµymmetryHadaptedHclusterâ��configurationâ��interactionH
studyWHJournaliofiChemicaliPhysicsUH2002UHZZdUHcb]]Vcb]d 3.9 30

62
rxcitedHstatesHofHfourHhemesHinHaHcVtypeHcytochromeHsubunitHofHtheHphotosyntheticHreactionHcenterH
ofHRhodopseudomonasHviridisgHµnpVpvHcalculationsWHJournaliofiPorphyrinsiandiPhthalocyaninesUH2001UH
YbUH[bcV[cc

1.8 9

61 RelativisticHeffectsHandHtheHhalogenHdependenciesHinHtheHZ]pHchemicalHshiftsHofHpuaâ��nvnUHpuaâ��nornUH
pplaâ��nvnUHandHporaâ��nvnHQnjYâ��aRWHJournaliofiComputationaliChemistryUH2001UH[[UHb[eVb]c 3.5 33

60 —uasirelativisticHstudyHofHZ[böeHnuclearHmagneticHshieldingHconstantsHandHchemicalHshiftsWHJournali
ofiComputationaliChemistryUH2001UH[[UHZbY[VZbYe 3.5 24

59
rffectHofHionVexchangedHalkaliHmetalHcationsHonHtheHphotolysisHofH[VpentanoneHincludedHwithinH
βµzVbHzeoliteHcavitiesgHaHstudyHofHabHinitioHmolecularHorbitalHcalculationsWHResearchioniChemicali
IntermediatesUH2001UH[dUHefVZY[

2.8 3

58
rlectronicHexcitationHandHionizationHspectraHofHazabenzenesgH–yridineHrevisitedHbyHtheH
symmetryVadaptedHclusterHconfigurationHinteractionHmethodWHJournaliofiChemicaliPhysicsUH2001UH
ZZaUHbZZdVbZ[]

3.9 44

57 rlectronicHexcitationHspectrumHofHthiopheneHstudiedHbyHsymmetryVadaptedHclusterHconfigurationH
interactionHmethodWHJournaliofiChemicaliPhysicsUH2001UHZZaUHea[ 3.9 49

56 —uasiVRelativisticHµtudyHofHZffugH‘uclearHzagneticHµhieldingHponstantsHofHqimethylmercuryUH
qisilylmercuryHandHqigermylmercuryWHJournaliofiPhysicaliChemistryiAUH2001UHZYbUHZ[eVZ]] 2.8 14

55
qiracâ��sockHcalculationsHofHtheHmagneticHshieldingHconstantsHofHprotonsHandHheavyHnucleiHinHXu[H
QXj’UHµUHµeUHandHöeRgHaHcomparisonHwithHquasiVrelativisticHcalculationsWHChemicaliPhysicsiLettersUH2000UH
][ZUHab[Vabe

2.5 38

54 rlectronicHexcitationHandHionizationHspectraHofHcyclopentadienegHRevisitHbyHtheHsymmetryVadaptedH
clusterâ��configurationHinteractionHmethodWHJournaliofiChemicaliPhysicsUH2000UHZZ]UHb[ab 3.9 32

53 rlectronicHexcitationHspectraHofHfuranHandHpyrrolegHRevisitedHbyHtheHsymmetryHadaptedH
clusterâ��configurationHinteractionHmethodWHJournaliofiChemicaliPhysicsUH2000UHZZ]UHdeb]Vdecc 3.9 82

52 qiracâ��sockHcalculationsHofHmagneticHshieldingHconstantsgHhydrogenHmoleculeHandHhydrogenHhalidesWH
ChemicaliPhysicsiLettersUH1999UH]ZYUH]a[V]ac 2.5 28

51 öheoreticalHstudyHofHtheHdecompositionHofHup’’uHonHanHzg’QZYYRHsurfaceWHSurfaceiScienceUH1999UH
a[fUHZ]]VZa[ 1.8 24

50 RelativisticHtheoryHofHtheHmagneticHshieldingHconstantgWHChemicaliPhysicsiLettersUH1998UH[e]UHZZfVZ[a 2.5 47

49 öheoreticalHµtudyHonHtheHqecompositionHofHup’’uHonHaHβn’QZYZYRHµurfaceWHJournaliofiCatalysisUH
1998UHZd]UHb]Vc] 7.3 38

48 µelfVpondensationHReactionHofHyithiumHQnlkoxyRsilylenoidgHHnHzodelHµtudyHbyHabHvnitioHpalculationWH
OrganometallicsUH1998UHZdUHabd]Vabdd 3.8 28

(1998-2002)
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47 öheoreticalHµtudyHofHtheHrxcitedHµtatesHofHphlorinUHoacteriochlorinUH–heophytinHaUHandHphlorophyllHaH
byHtheHµnpXµnpâ��pvHzethodWHJournaliofiPhysicaliChemistryiBUH1998UHZY[UHZ][YVZ][c 3.4 89

46 öopologyHofHdensityHdifferenceHandHforceHanalysisWHTheoreticaiChimicaiActaUH1996UHf]UHcdVde 24

45 öheHrlectronicHµpectraHofHrthyleneWHBulletiniofitheiChemicaliSocietyiofiJapanUH1996UHcfUHZfYZVZfYc 5.1 7

44 öheoreticalHµtudyHonHzetalH‘zRHphemicalHµhiftsWHrlectronicHzechanismHofHtheHXeHphemicalHµhiftWH
BulletiniofitheiChemicaliSocietyiofiJapanUH1996UHcfUHfb]Vfbf 5.1 18

43 p’HandH‘’HadsorptionHonHcopperVcontainingHzeoliteWHnHtheoreticalHabHinitioHstudyWHCatalysisiLettersUH
1996UHa[UHZd]VZdc 2.8 27

42
µpinVorbitHeffectHonHtheHmagneticHshieldingHconstantHusingHtheHabHinitioHøusHmethodWHrlectronicH
mechanismHinHtheHaluminumHcompoundsUHnZXaâ��HQXHjHuUHsUHplUHorHandHvRWHChemicaliPhysicsiLettersUH
1996UH[afUH[eaV[ef

2.5 36

41 troundHandHexcitedHstatesHofHzgHporphinHstudiedHbyHtheHµnpXµnpVpvHmethodWHChemicaliPhysicsi
LettersUH1996UH[bYUHZbfVZca 2.5 54

40 troundHandHexcitedHstatesHofHoxyhemegHµnpXµnpVpvHstudyWHChemicaliPhysicsiLettersUH1996UH[bYUH]dfV]ec 2.5 38

39 RelativisticHstudyHofHnuclearHmagneticHshieldingHconstantsgHhydrogenHhalidesWHChemicaliPhysicsi
LettersUH1996UH[baUHZdYVZde 2.5 76

38 RelativisticHstudyHofHnuclearHmagneticHshieldingHconstantsgHmercuryHdihalidesWHChemicaliPhysicsi
LettersUH1996UH[bbUHZfbV[Y[ 2.5 60

37 troundHandHexcitedHstatesHofHcarboxyhemegHaHµnpXµnpVpvHstudyWHChemicaliPhysicsiLettersUH1996UH[bcUH[[YV[[e2.5 16

36 RelativisticHstudyHofHnuclearHmagneticHshieldingHconstantsgHtungstenHhexahalidesHandHtetraoxideWH
ChemicaliPhysicsiLettersUH1996UH[cZUHdVZ[ 2.5 52

35 µpinVorbitHeffectHonHtheHmagneticHshieldingHconstantHusingHtheHabHinitioHøusHmethodgHtinH
tetrahalidesWHChemicaliPhysicsiLettersUH1996UH[cZUHZVc 2.5 55

34 oasisHsetHdependenceHofHmagneticHshieldingHconstantHcalculatedHbyHtheHuartreeVsockXfiniteH
perturbationHmethodWHChemicaliPhysicsUH1996UH[Y]UHZbfVZdb 2.3 19

33 öheoreticalHµtudyHofHtheHphemisorptionHandHµurfaceHReactionHofHup’’uHonHaHβn’QZYZHYRHµurfaceWH
TheiJournaliofiPhysicaliChemistryUH1996UHZYYUHcfaVdYY 51

32 rxcitedHandHionizedHstatesHofHfreeHbaseHporphinHstudiedHbyHtheHsymmetryHadaptedH
clusterVconfigurationHinteractionHQµnpVpvRHmethodWHJournaliofiChemicaliPhysicsUH1996UHZYaUH[][ZV[][f 3.9 157

31 µpinâ��orbitHeffectHonHtheHmagneticHshieldingHconstantHusingHtheHabHinitioHøusHmethodgHsiliconH
tetrahalidesWHChemicaliPhysicsiLettersUH1995UH[adUHaZeVa[a 2.5 4

30 öheoreticalHstudyHonHtheHexcitationHspectrumHandHtheHphotofragmentationHreactionHofH‘iQp’RaWH
JournaliofiChemicaliPhysicsUH1995UHZY]UHcff]Vcffe 3.9 22
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29 öheoreticalHµtudyHonHzetalH‘zRHphemicalHµhiftsWHnrsenicHandHnntimonyHpompoundsWHTheiJournaliofi
PhysicaliChemistryUH1995UHffUHdfbZVdfbd 11

28 öheoreticalHstudyHonHtheHchemisorptionHandHtheHsurfaceHreactionHofHup’’uHonHaHzg’QYYZRHsurfaceWH
SurfaceiScienceUH1995UH]]cUH[][V[aa 1.8 30

27 öheoreticalHstudyHonHtheHelectronicHspectrumHofHöc’Hâ��aWHTheoreticaiChimicaiActaUH1995UHf[UH]bZV]bf

26 öheoreticalHµtudyHofHtheHöransitionHrnergiesHofHtheHüisibleHnbsorptionHµpectraHofHμRhplc]]â��andH
μRhplbQu[’R][â��pomplexesHinHnqueousHµolutionWHBulletiniofitheiChemicaliSocietyiofiJapanUH1995UHceUHZcYZVZcYb5.1 10

25 µpinVorbitHeffectHonHtheHmagneticHshieldingHconstantHusingHtheHabHinitioHøusHmethodWHChemicali
PhysicsiLettersUH1995UH[]]UHfbVZYZ 2.5 98

24 µpinVorbitHeffectHonHtheHmagneticHshieldingHconstantHusingHtheHabHinitioHøusHmethodgHgalliumHandH
indiumHtetrahalidesWHChemicaliPhysicsiLettersUH1995UH[]bUHZ]VZc 2.5 30

23 öheoreticalHstudyHonHtheHelectronicHspectrumHofHöc’WHTheoreticaiChimicaiActaUH1995UHf[UH]bZ 3

22 µpinVorbitHeffectHonHtheHmagneticHshieldingHconstantHusingHtheHabHinitioHøusHmethodgHsiliconH
tetrahalidesWHChemicaliPhysicsiLettersUH1995UH[adUHaZeVa[a 2.5 36

21 öheoreticalHµtudyHonHtheHzolecularHandHqissociativeHndsorptionsHofHu[HonHaHβr’[HµurfaceWHThei
JournaliofiPhysicaliChemistryUH1994UHfeUHZZeaYVZZeab 26

20 öheoreticalHstudyHonHtheHgroundHandHexcitedHstatesHofHtheHchromateHanionHpr’[â��aWHJournaliofi
ChemicaliPhysicsUH1994UHZYZUHZY[fVZY]c 3.9 24

19 öheoreticalHµtudyHonHtheHReactionHzechanismHandHRegioselectivityHofHµilastannationHofHncetylenesH
withHaH–alladiumHpatalystWHJournaliofitheiAmericaniChemicaliSocietyUH1994UHZZcUHedbaVedcb 16.4 49

18 uighHcoordinateHgermaniumHandHtinHcomplexesHinHtheHallylationHreactionsHofHaldehydesWH
OrganometallicsUH1993UHZ[UH]]feV]aYa 3.8 7

17 öheoreticalHstudyHonHtheHmethaneHactivationHreactionsHbyH–tUH–tTUHandH–tâ��HatomsWHComputationali
andiTheoreticaliChemistryUH1993UH[eZUH[YdV[Z[ 13

16 rlectronicHöheoryHofHtheHphemisorptionHandHpatalyticHReactionsHonHzetalHµurfaceWWHHyomeniKagakuUH
1993UHZaUHcY]VcYf 1

15
rlectronicHstructuresHofHdativeHmetalVmetalHbondshHnbHinitioHmolecularHorbitalHcalculationsHofH
Q’pRb’sVzQp’RbHQzHjHtungstenUHchromiumRHinHcomparisonHwithHQ’pRbzVzQp’RbHQzHjHrheniumUH
manganeseRWHInorganiciChemistryUH1992UH]ZUHZdaYVZdaa

5.1 30

14 qoesHtheHµchrockVtypeHmetalâ��silyleneHcomplexHexistlWHChemicaliPhysicsiLettersUH1992UHZfcUHaYaVaYf 2.5 13

13 patalyticHReactionsHofHöransitionHzetalHplustersHandHµurfacesHsromHnbVvnitioHöheoryH1992UH[bZV[eb 4

12 nbHinitioHz’HpalculationsHofHzodelHzoleculesHforHRibozymeHReactionHvncludingHanHzg[TvonWH
ChemistryiLettersUH1991UH[YUH[ZZfV[Z[[ 1.7

(1991-1995)
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11 nbHvnitioHz’HµtudyHofHtheHReactionHofH–entacoordinateHnllylsilicatesHwithHnldehydesWHChemistryi
LettersUH1991UH[YUH]edV]fY 1.7 16

10 öheoreticalHstudyHonHtheHcatalyticHactivityHofHpalladiumHforHtheHhydrogenationHofHacetyleneWHSurfacei
ScienceUH1987UHZebUH]ZfV]a[ 1.8 27

9 öheoreticalHstudyHonHtheHchemisorptionHofHaHhydrogenHmoleculeHonHpalladiumWHJournaliofithei
AmericaniChemicaliSocietyUH1987UHZYfUHZfY[VZfZ[ 16.4 50

8 srozenHcoreHandHvirtualHorbitalsHinHtheHzpHµpsHtheoryWHChemicaliPhysicsiLettersUH1987UHZaZUH]]fV]ab 2.5 9

7 zultiVReferencesHplusterHrxpansionHöheoryHandHanHvnteractionHofHuydrogenHzoleculeHwithH
–alladiumH1986UHf]VZYf 1

6 vnteractionHofHaHhydrogenHmoleculeHwithHpalladiumWHJournaliofitheiAmericaniChemicaliSocietyUH1985UH
ZYdUHe[caVe[cc 16.4 48

5 sorceHinHµpsHöheoriesWHsirstHandHsecondHderivativesHofHtheHpotentialHenergyHhypersurfaceHofH
chemicalHreactionHsystemsWHInternationaliJournaliofiQuantumiChemistryUH1983UH[]UH]edV]fd 2.1 6

4 sorceHinHµpsHtheoriesWHcombinationHwithHtheHeffectiveVcoreHpotentialHmethodWHChemicaliPhysicsi
LettersUH1983UHfbUHbd]Vbde 2.5 5

3 ReplyHtoHâ��â��pommentHonHâ��sorceHinHµpsHtheoriesâ��Hâ��â��WHJournaliofiChemicaliPhysicsUH1983UHdfUH[af]V[afb 3.9 4

2 sorceHinHµpsHtheoriesWHöestHofHtheHnewHmethodWHJournaliofiChemicaliPhysicsUH1982UHddUH]ZYfV]Z[[ 3.9 29

1 sorceHinHµpsHtheoriesWHzpHµpsHandHopenVshellHRusHtheoriesWHChemicaliPhysicsiLettersUH1981UHeYUHfaVZYY 2.5 31
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