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251 lsymmetricHTwistingHofHUnenteredHzctσhedrσlHroldPtQHnlustersHbyHnhirσlHUseterocyclicHnσrbeneH
wigσtionVVHJournalcofcthecAmericancChemicalcSocietyTH2022TH 16.4 2

250
TheoreticσlHStudyHofHtheH†ropeneHnombustionHnσtσlysisHofHnhromiteHSpinelseH eσctionHxechσnismH
σndH elσtionHbetweenHtheHlctivityHσndHplectronicHStructureHofHSpinelsVHJournalcofcPhysicalcChemistryc
CTH2021THYZ^THZ^dc[UZaXXZ

3.8 0

249 wifetimesHofHmeHσndHxgHnlusterHoiσnionsVHJournalcofcPhysicalcChemistrycATH2021THYZ^TH[^bdU[^cc 2.8 3

248
lttenuσtedHTotσlH eflectionUqσrUUltrσvioletHSpectroscopyHσndH–uσntumHnhemicσlHnσlculσtionsHofH
theHplectronicHStructureHofHtheHTopHSurfσceHσndHmulkHofH†olyethylenesHwithHoifferentHnrystσllinitiesVH
AppliedcSpectroscopyTH2021THb^THdbYUdbd

3.1 2

247 nσtσlyticHzxidσtionHofHmenzylHllcoholHtoHmenzσldehydeHonHlucHσndHlua†dZHnlusterseHlHoqTHStudyH
onHtheH eσctionHxechσnismVHCatalystsTH2021THYYTHbZX 4 0

246 xechσnisticHStudiesHonH†hotoinducedHnσtσlyticHzlefinHxigrσtionH eσctionsHσtHtheH†dPttQHnentersHofHσH
†orousHnrystσlTHxetσlUxσcrocycleHqrσmeworkVHChemistrycrcancAsiancJournalTH2021THYaTHZXZUZXa 4.5 2

245 TheoreticσlHinsightHintoHoxidσtionHcσtσlysisHofHchromiteHspinelHxnrZz]HPx´ h´ xgTHnoTHnuTHσndH−nQeH
₀olcσnoHplotHforHoxygenUvσcσncyHformσtionHσndHcσtσlyticHσctivityVHJournalcofcCatalysisTH2021TH[d[TH[XU]Y 7.3 6

244 TheHemergenceHofHintenseHneσrUinfrσredHphotoluminescenceHbyHphotoσctivσtionHofHsilverH
nσnoclustersVHChemicalcCommunicationsTH2021TH^bTHa]c[Ua]ca 5.8 0

243 SelectiveHcσtσlyticHreductionHofHyzHwithHys[HoverHnuUexchσngedHnslTHrxpTHσndHlq₃HzeoliteseHσH
densityHfunctionσlHtheoryHstudyVHCatalysiscSciencecandcTechnologyTH2021THYYTHYbcXUYbdX 5.5 6

242 lq₃H−eoliteHforHUseHσsHσHSupportHofHys[USn HnσtσlystHxiningHthroughHltnpHuointH eseσrchH†rojectH
ofHtndustriesâ��lcσdemiσâ��lcσdemiσVHCatalystsTH2021THYYTHYa[ 4 2

241 lHcompσrσtiveHstudyHofH[lgP†rSQPdppbQβHσndH[lgSPmuSQPdppbQβeHtemplσtingHeffectHonHstructureHσndH
photoluminescenceVHDaltoncTransactionsTH2021TH^XTHYX^aYUYX^aa 4.3 0

240
StσbilitiesTHplectronicHStructuresTHσndHmondingH†ropertiesHofHZXUplectronHTrσnsitionHxetσlH
nomplexesHPnpQTxzHσndHtheirHzneUoimensionσlHSσndwichHxoleculσrH₂iresHPnpHhHnsTHnPnsQsTHnPnsQfH
TxHhHnrTHxoTH₂QVHJournalcofcPhysicalcChemistrycATH2021THYZ^THbZYUb[X

2.8 1

239 zxidσtionHσndHStorσgeHxechσnismsHforHyitrogenHzxidesHonH₀σriouslyHTerminσtedHPXXYQHSurfσcesHofH
SrqezHσndHSrqezH†erovskitesVHACScAppliedcMaterialsciamp;cInterfacesTH2021THY[THbZYaUbZZa 9.5 6

238
TheoreticσlHStudyHofHyzHoissociσtiveHldsorptionHontoH[dHxetσlH†σrticlesHxHPxHhHqeTHnoTHyiTHσndHnuQeH
 elσtionHbetweenHtheH eσctivityHσndH†ositionHofHtheHxetσlHplementHinHtheH†eriodicHTσbleVHACSc
OmegaTH2021THaTH]cccU]cdc

3.9 2

237 qσcetUdependentHcσtσlyticHσctivityHofHσnσtσseHTizZHforHtheHselectiveHcσtσlyticHreductionHofHyzHwithH
ys[eHlHdispersionUcorrectedHdensityHfunctionσlHtheoryHstudyVHAppliedcCatalysiscA:cGeneralTH2021THaZ[THYYcZ^X5.1 0

236
zriginHofHtheHlggregσtionUtnducedH†hosphorescenceHofH†lσtinumPttQHnomplexeseHTheH oleHofH
xetσlUxetσlHtnterσctionsHonHpmissionHoecσyHinHtheHnrystσllineHStσteVHChemistrycrcancAsiancJournalTH
2021THYaTH[YZdU[Y]X

4.5 1

235 SubstitutionHeffectHonHtheHnonrσdiσtiveHdecσyHσndHUiHphotoisomerizσtionHrouteeHσHguidelineHtoH
developHefficientHcinnσmσteUbσsedHsunscreensVHPhysicalcChemistrycChemicalcPhysicsTH2021THZ[THc[]Uc]^ 3.6 3
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234 withiumâ��bromineHexchσngeHreσctionHonHnaXeHfirstHtheoreticσlHproposσlHofHσHstσbleHsingletHfullereneH
cσrbeneHwithoutHtheHheteroσtomVHOrganiccChemistrycFrontiersTH2021THcTHY^^YUY^aZ 5.2 0

233 novσlentHinterσctionsHdependHonHtheHdistσncesHbetweenHmetσlsHσndHfullerenesHforH
thermodynσmicσllyHstσbleHxknbcHPxHhHwσTHneTHσndHSmQVHInorganiccChemistrycFrontiersTH2020THbTHZ^[cUZ^]b6.8 3

232 tmpσctHofHpnσntiomericHwigσndHnompositionHonHtheH†hotophysicσlH†ropertiesHofHnhirσlHlgZdH
yσnoclustersVHBulletincofcthecChemicalcSocietycofcJapanTH2020THd[THc[]Uc]X 5.1 1

231 TheoreticσlHoesignHofH†hotofunctionσlHxoleculσrHlggregσtesHforHzpticσlH†ropertieseHlnHtnverseH
oesignHlpproσchVHJournalcofcPhysicalcChemistrycCTH2020THYZ]THY[[ZdUY[[[b 3.8 4

230 †tU†dHyσnoσlloyHforHtheHUnprecedentedHlctivσtionHofHnσrbonUqluorineHmondHσtHwowHTemperσtureVH
BulletincofcthecChemicalcSocietycofcJapanTH2020THd[THYYcXUYYc^ 5.1 2

229 †ropeneHoxidσtionHcσtσlysisHσndHelectronicHstructureHofHxHpσrticlesHPxHhH†dHorH hQeHdifferencesHσndH
similσritiesHbetweenH†dHσndH hVHPhysicalcChemistrycChemicalcPhysicsTH2020THZZTHYYbc[UYYbda 3.6 5

228 †otentiσlHmoleculσrHsemiconductorHdeviceseHcycloUnHPnHhHYXHσndHY]QHwithHhigherHstσbilitiesHσndH
σromσticitiesHthσnHσcknowledgedHcycloUnVHPhysicalcChemistrycChemicalcPhysicsTH2020THZZTH]cZ[U]c[Y 3.6 16

227 nombinσtionHofHσH₀oronoiUTypeHnomplexHlbsorbingH†otentiσlHwithHtheH₃xSUnlS†TZHxethodHσndH
†ilotHlpplicσtionsVHJournalcofcChemicalcTheorycandcComputationTH2020THYaTHZaXaUZaYa 6.4 8

226 oqTWToUoqTHinvestigσtionHonHtheHphotoinducedHelectronHtrσnsferHofHdirutheniumHσndHviologenH
complexesVHJournalcofcLuminescenceTH2020THZZZTHYYbYZY 3.8 2

225 TimeUoependentHoensityHqunctionσlHTheoryHtnvestigσtionHofHpxcitedHStσteHtntrσmoleculσrH†rotonH
TrσnsferHinHTrisPZUhydroxyphenylQtriσzσsumσneneVHJournalcofcPhysicalcChemistrycATH2020THYZ]THYZZbUYZ[] 2.8 5

224 pnσntiosepσrσtionHσndHchirσlHinductionHinHlgHnσnoclustersHwithHintrinsicHchirσlityVHChemicalcScienceTH
2020THYYTHZ[d]UZ]XX 9.4 18

223 nrystσllogrσphicHnhσrσcterizσtionHofHprnkneHnlusterHStretchingHwithHnσgeHplongσtionVHInorganicc
ChemistryTH2020TH^dTHYd]XUYd]a 5.1 11

222 tmportσnceHofHtheH†dHσndHSurroundingHSitesHinHsydrosilylσtionHofHtnternσlHllkynesHbyH
†σllσdiumâ��roldHllloyHnσtσlystVHOrganometallicsTH2020TH[dTH^ZcU^[b 3.8 7

221  eσctionHmechσnismTHnorborneneHσndHligσndHeffectsTHσndHoriginsHofHmetσUselectivityHofH
†dWnorborneneUcσtσlyzedHnâ��sHσctivσtionVHChemicalcScienceTH2020THYYTHYY[UYZ^ 9.4 8

220 TheoreticσlHtnvestigσtionHofHtheHveyH olesHinHqullereneUqormσtionHxechσnismseHpnσntiomerHσndH
pnthσlpyVHACScAppliedcNanocMaterialsTH2020TH[TH^]bU^^] 5.6 6

219 TheoreticσlHstudyHonH[Y†Hyx HchemicσlHshiftsHofHphosphorusUmodifiedHnslHzeolitesVHMicroporousc
andcMesoporouscMaterialsTH2020THZd]THYXddXc 5.3 20

218  esonσntHstσtesHinHcyσnogenHynnyVHPhysicalcChemistrycChemicalcPhysicsTH2020THZZTHZ[Y]YUZ[Y]b 3.6 4

217 StσbilitiesTHplectronicHStructuresTHσndHmondingH†ropertiesHofHtronHnomplexesHPppQqePnzQPnylrQH
PpphmqTHnzTHyTHnyTHorHyzQVHChemistryOpenTH2020THdTHYYd^UYZXY 2.3 2
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216 oeepHleσrningHenσbledHinorgσnicHmσteriσlHgenerσtorVHPhysicalcChemistrycChemicalcPhysicsTH2020THZZTHZad[^UZad][3.6 11

215 TheoreticσlHtnsightHintoHThermodynσmicσllyHzptimσlHUkneHThreeUplectronHTrσnsferH σtherHThσnH
qourUplectronHTrσnsferVHInorganiccChemistryTH2020TH^dTHYZa^XUYZa^c 5.1 2

214 nrystσllogrσphicHchσrσcterizσtionHofHprnknP][QUnTHprnknP]XQUnTHprnknP]]QUnTHσndHprnknPZYQUneH
theHroleHofHcσgeUshσpeHonHclusterHconfigurσtionVHNanoscaleTH2019THYYTHYb[YdUYb[Za 7.7 20

213 †ivotσlH oleHofHyonmetσlHltomsHinHtheHStσbilitiesTHreometriesTHplectronicHStructuresTHσndH
tsoelectronicHnhemistryHofHScH₃knHP₃HhHnTHyTHσndHzQVHJournalcofcComputationalcChemistryTH2019TH]XTHZb[XUZb[c3.5 9

212 roldU†σllσdiumHyσnoclusterHnσtσlystsHforHsomocouplingeHplectronicHStructureHσndHtnterfσceH
oynσmicsVHChemicalcRecordTH2019THYdTHd]bUd^d 6.6 8

211 nrystσllogrσphicHchσrσcterizσtionHofHpryknHPZnHhHcXTHcZTHc]THccQeHtheHimportσnceHofHσHplσnσrHpryH
clusterVHNanoscaleTH2019THYYTHY[]Y^UY[]ZZ 7.7 10

210
TheHdirectHobservσtionHofHtheHdoorwσyHnˇ�RHstσteHofHmethylcinnσmσteHσndHhydrogenUbondingH
effectsHonHtheHphotochemistryHofHcinnσmσteUbσsedHsunscreensVHPhysicalcChemistrycChemicalcPhysicsTH
2019THZYTHYdb^^UYdba[

3.6 12

209 wightUdrivenHmoleculσrHswitchHforHreconfigurσbleHspinHfiltersVHNaturecCommunicationsTH2019THYXTHZ]^^ 17.4 68

208 tnfluenceHofHlocσlHstrσinHcσusedHbyHcycloσdditionHonHtheHbσndHgσpHcontrolHofHfunctionσlizedH
singleUwσlledHcσrbonHnσnotubesVVHRSCcAdvancesTH2019THdTHY[ddcUY]XX[ 3.7 14

207 TheoreticσlHσndHpxperimentσlHxoleculσrHSpectroscopyHofHtheHqσrUUltrσvioletH egionH2019THYYdUY]^ 4

206 TheoreticσlHStudyHonHtheHzpticσlH†ropertiesHofHxultichromophoricHSystemsHmσsedHonHσnHpxcitonH
lpproσcheHxodificσtionHruidelinesVHChemPhotoChemTH2019TH[THbXbUbYc 3.3 2

205 xechσnisticHinsightHintoHtheHcσtσlyticHhydrogenσtionHofHnonσctivσtedHσldehydesHwithHσHsσntzschH
esterHinHtheHpresenceHofHσHseriesHofHorgσnoborσneseHyx HσndHoqTHstudiesVVHRSCcAdvancesTH2019THdTHYXZXYUYXZYX3.7 5

204 sighHTurnoverHqrequencyHnzâ��yzH eσctionsHoverH hHzverlσyerHnσtσlystseHlHnompσrσtiveHStudyH
UsingH hHyσnopσrticlesVHJournalcofcPhysicalcChemistrycCTH2019THYZ[THaXcXUaXcd 3.8 12

203 nσtσlysisHofHnuHnlusterHforHyzH eductionHbyHnzeHTheoreticσlHtnsightHintoHtheH eσctionHxechσnismVH
ACScOmegaTH2019TH]THZ^daUZaXd 3.9 21

202 †hotophysicσlHpropertiesHofHfluorescentHimσgingHbiologicσlHprobesHofHnucleicHσcidseHSlnUntHσndH
ToUoqTHStudyVHJournalcofcComputationalcChemistryTH2019TH]XTHYZbUY[] 3.5 3

201 tnUoepthHTheoreticσlH†robeHintoHyovelHxixedUxetσlHUrσniumUmσsedHpndohedrσlHnlusterfullerenesH
ScU₃kP[YdZ]QUnHP₃HhHnTHyQVHInorganiccChemistryTH2019TH^cTHYXbadUYXbbb 5.1 9

200
 eσctionHmehσviorHofHtheHyzHxoleculeHonHtheHSurfσceHofHσnHxH†σrticleHPxHhH uTH hTH†dTHσndHlgfHhHY[H
σndH^^QeHTheoreticσlHStudyHofHttsHoependenceHonHTrσnsitionUxetσlHplementVHJournalcofcPhysicalc
ChemistrycATH2019THYZ[THbXZYUbX[[

2.8 15

199 TheoreticσlHtnsightHintoHnonfigurσtionσlHSelectivityHofHqunctionσlizedHSingleU₂σlledHnσrbonH
yσnotubesHmσsedHonHtheHnlσrHSextetHTheoryVHJournalcofcPhysicalcChemistrycCTH2019THYZ[THYcaZdUYca[b 3.8 2
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198 yewHtnsightHintoHUkneHxissingHUkP[YdZYQUnHσndHyuσncedHpnσntiomersHofHUkPZc[Z]QUnVHInorganicc
ChemistryTH2019TH^cTHY]Y^dUY]Yaa 5.1 11

197 TheoreticσlHStudyHonHtheHzpticσlH†ropertiesHofHxultichromophoricHSystemsHmσsedHonHσnHpxcitonH
lpproσcheHxodificσtionHruidelinesVHChemPhotoChemTH2019TH[THaa[Uaa[ 3.3

196 ThermodynσmicHcontrolHofHquσntumHdefectsHonHsingleUwσlledHcσrbonHnσnotubesVHChemicalc
CommunicationsTH2019TH^^THY[b^bUY[baX 5.8 5

195 pnhσncedHoxygenHreductionHσctivityHofHplσtinumHsubnσnoclusterHcσtσlystsHthroughHchσrgeH
redistributionVHChemicalcCommunicationsTH2019TH^^THYZaX[UYZaXa 5.8 10

194 wewisHlcidHnσtσlysisHofHybZz^HforH eσctionsHofHnσrboxylicHlcidHoerivσtivesHinHtheH†resenceHofHmσsicH
tnhibitorsVHChemCatChemTH2019THYYTH[c[U[da 5.2 30

193
seσtU esistσntH†ropertiesHinHtheH†hosphorescenceHofHtrσnsUmis[˛†UPiminomethylQσryloxyβplσtinumPttQH
nomplexeseHpffectHofHlromσticityHonHdUˇ�HnonjugσtionH†lσtformsVHChemistrycrcAcEuropeancJournalTH
2019THZ^TH[a^XU[aaY

4.8 10

192 plectronicHprocessesHinHyzHdimerizσtionHonHlgHσndHnuHclusterseHoqTHσndHx x†ZHstudiesVHJournalcofc
ComputationalcChemistryTH2019TH]XTHYcYUYdX 3.5 6

191 pSt†THemissionHbehσviorHofHmethoxyUsubstitutedHZUhydroxyphenylbenzimidσzoleHisomersVHNewc
JournalcofcChemistryTH2018TH]ZTH^dZ[U^dZc 3.6 16

190 TheoreticσlHtnsightsHintoHxonometσllofullereneHThkneHStrongHnovσlentHtnterσctionHbetweenH
ThoriumHσndHtheHnσrbonHnσgeVHInorganiccChemistryTH2018TH^bTHZdaYUZda] 5.1 17

189 oifferentHphotoisomerizσtionHroutesHfoundHinHtheHstructurσlHisomersHofHhydroxyHmethylcinnσmσteVH
PhysicalcChemistrycChemicalcPhysicsTH2018THZXTHYb^c[UYb^dc 3.6 16

188 qrenkelUexcitonHdecompositionHσnσlysisHofHcirculσrHdichroismHσndHcirculσrlyHpolσrizedHluminescenceH
forHmultichromophoricHsystemsVHJournalcofcComputationalcChemistryTH2018TH[dTHd[YUd[^ 3.5 7

187 TemporσryHlnionHStσtesHofHptheneHtnterσctingHwithHSingleHxoleculesHofHxethσneTHpthσneTHσndH
₂σterVHJournalcofcPhysicalcChemistrycATH2018THYZZTHZ^cXUZ^ca 2.8 3

186
yickelUcσtσlyzedHcouplingHreσctionHofHσlkylHhσlidesHwithHσrylHrrignσrdHreσgentsHinHtheHpresenceHofH
YT[UbutσdieneeHmechσnisticHstudiesHofHfourUcomponentHcouplingHσndHcompetingHcrossUcouplingH
reσctionsVHChemicalcScienceTH2018THdTHZYd^UZZYY

9.4 31

185 zriginHofHybHzHwewisHlcidHnσtσlysisHforHlctivσtionHofHnσrboxylicHlcidsHinHtheH†resenceHofHσHsσrdH
mσseVHChemPhysChemTH2018THYdTHZc]cUZc^b 3.2 19

184 yiUnσtσlyzedHoimerizσtionHσndHsydroperfluoroσrylσtionHofHYT[UoienesVHJournalcofcOrganiccChemistryTH
2018THc[THdZabUdZbb 4.2 13

183 SiliconUcoordinσtedHnitrogenUdopedHgrσpheneHσsHσHpromisingHmetσlUfreeHcσtσlystHforHyzHreductionH
byHnzeHσHtheoreticσlHstudyVVHRSCcAdvancesTH2018THcTHZZ[ZZUZZ[[X 3.7 19

182 nontrolHofHneσrHinfrσredHphotoluminescenceHpropertiesHofHsingleUwσlledHcσrbonHnσnotubesHbyH
functionσlizσtionHwithHdendronsVHNanoscaleTH2018THYXTHZ[XYZUZ[XYb 7.7 10

181 †referentiσlH†hotoreσctionHinHσH†orousHnrystσlTHxetσlUxσcrocycleHqrσmeworkeH†dUxediσtedHzlefinH
xigrσtionHoverH[ZSZβHnycloσdditionVHJournalcofcthecAmericancChemicalcSocietyTH2018THY]XTHYaaYXUYaaY] 16.4 19
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180 zriginHofHybZz^HwewisHlcidHnσtσlysisHforHlctivσtionHofHnσrboxylicHlcidsHinHtheH†resenceHofHσHsσrdH
mσseVHChemPhysChemTH2018THYdTHZcXdUZcXd 3.2

179
xechσnismHofHyzâ��nzHreσctionHoverHhighlyHdispersedHcuprousHoxideHonH˛‡UσluminσHcσtσlystHusingHσH
metσlâ��supportHinterfσciσlHsiteHinHtheHpresenceHofHoxygeneHsimilσritiesHtoHσndHdifferencesHfromH
biologicσlHsystemsVHCatalysiscSciencecandcTechnologyTH2018THcTH[c[[U[c]^

5.5 9

178
nomputσtionσlHStudiesHonH eσctionHxechσnismHσndHzriginsHofHSelectivitiesHinHyickelUnσtσlyzedHPZHSH
ZHSHZQHnycloσdditionsHσndHllkenylσtiveHnyclizσtionsHofHYTaUpneUlllenesHσndHllkenesVHJournalcofc
OrganiccChemistryTH2017THcZTHZY^XUZY^d

4.2 10

177 lHTheoreticσlHtnvestigσtionHonHnzHzxidσtionHbyHSingleUltomHnσtσlystsHxW˛‡UllzHPxh†dTHqeTHnoTHσndH
yiQVHChemCatChemTH2017THdTHYZZZUYZZd 5.2 63

176 nhσngesHinHtheHplectronicHStσtesHofHwowUTemperσtureHSolidHUTetrσdecσneeHoecreσseHinHtheH
szxzUwUxzHrσpVHACScOmegaTH2017THZTHaYcUaZ^ 3.9 20

175 †robingHtheHelectronicHstructuresHofHnoHPnHhHYU^QHclustersHonH˛‡UllzHsurfσcesHusingHfirstUprinciplesH
cσlculσtionsVHPhysicalcChemistrycChemicalcPhysicsTH2017THYdTH[abdU[acb 3.6 14

174
nompσringHtheHperformσnceHofHToUoqTHσndHSlnUntHmethodsHinHtheHdescriptionHofHexcitedHstσtesH
potentiσlHenergyHsurfσceseHlnHexcitedHstσteHprotonHtrσnsferHreσctionHσsHcσseHstudyVHJournalcofc
ComputationalcChemistryTH2017TH[cTHYXc]UYXdZ

3.5 13

173
 esonσnceHpnergiesHσndHwifetimesHfromHtheHlnσlyticHnontinuσtionHofHtheHnouplingHnonstσntH
xethodeH obustHllgorithmsHσndHσHnriticσlHlnσlysisVHJournalcofcChemicalcTheorycandcComputationTH
2017THY[THZ^^XUZ^aX

6.4 7

172
noreâ��ShellHversusHztherHStructuresHinHminσryHnu[câ��nxnHyσnoclustersHPxHhH uTH hTH†dTHlgTHzsTHtrTH†tTH
σndHlufHnHhHYTHZTHσndHaQeHTheoreticσlHtnsightHintoHoeterminingHqσctorsVHJournalcofcPhysicalcChemistrycC
TH2017THYZYTHYX^Y]UYX^Zc

3.8 16

171 oielsUllderHnycloσdditionHofHnyclopentσdieneHσndHnHσtHtheHpxtremeHsighH†ressureVHJournalcofc
PhysicalcChemistrycATH2017THYZYTH][a[U][bY 2.8 12

170 StructuresHofHmimetσllicHnopperâ�� utheniumHyσnopσrticleseHtncoherentHtnterfσceHσndHSurfσceHlctiveH
SitesHforHnσtσlyticHyitricHzxideHoissociσtionVHJournalcofcPhysicalcChemistrycCTH2017THYZYTH[XXU[Xb 3.8 11

169
SynthesisHσndHzpticσlH†ropertiesHofHpxcitedUStσteHtntrσmoleculσrH†rotonHTrσnsferHlctiveH
ˇ�UnonjugσtedHmenzimidσzoleHnompoundseHtnfluenceHofHStructurσlH igidificσtionHbyH ingHqusionVH
JournalcofcOrganiccChemistryTH2017THcZTHYZYb[UYZYcX

4.2 23

168 TheoreticσlHtnsightHintoHScneHnσrbideHnlusterfullereneHScnknHversusHoimetσllofullereneHScknVH
InorganiccChemistryTH2017TH^aTHYXYd^UYXZX[ 5.1 11

167 oecipheringHtheH oleHofHwongU σngeHtnterσctionHinHpndohedrσlHxetσllofullereneseHlH evisitHtoH
ScZnbXVHJournalcofcPhysicalcChemistrycCTH2017THYZYTHZX]cYUZX]cc 3.8 4

166 –uσntumHnhemicσlHtnsightHintoHwσneHxetσlHnσrbideHqullereneHwσnknHversusHoimetσllofullereneH
wσknVHInorganiccChemistryTH2017TH^aTHYYcc[UYYcdX 5.1 8

165 tntrσmoleculσrHsydroσminσtionHbyHσH†rimσryHlmineHofHσnHUnσctivσtedHllkeneHonHroldHyσnoclusterseH
lHoqTHStudyVHChemCatChemTH2017THdTH]]dXU]^XX 5.2 6

164 SynthesisHσndHzpticσlH†ropertiesHofHqusedHˇ�UnonjugσtedHtmidσzoleHnompoundsVHChemistrycLettersTH
2017TH]aTHY[bZUY[b^ 1.7 6

163 wowUlyingHˇ�RHresonσncesHσssociσtedHwithHcyσnoHgroupseHlHnl†WSlnUntHstudyVHChemicalcPhysicsTH2017TH
]cZTHYadUYbb 2.3 9
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162 tntrσmoleculσrHsydroσminσtionHbyHσH†rimσryHlmineHofHσnHUnσctivσtedHllkeneHonHroldHyσnoclusterseH
lHoqTHStudyVHChemCatChemTH2017THdTH]]^XU]]^X 5.2

161  egioselectivityHofHScZnZkn[vPcQUncZeH oleHofHtheHSumσneneUTypeHsexσgonHinHoielsUllderH
 eσctionVHJournalcofcOrganiccChemistryTH2016THcYTHcYadUb] 4.2 11

160
StructureTHtnterσctionTHσndHoynσmicsHofHluW†dHmimetσllicHyσnoσlloysHoispersedHinHlqueousH
pthylpyrrolidoneTHσHxonomericHxoietyHofH†olyvinylpyrrolidoneVHJournalcofcPhysicalcChemistrycCTH
2016THYZXTHYb]^]UYb]a]

3.8 24

159 xultistepHtntersystemHnrossingH†σthwσysHinHninnσmσteUmσsedHU₀UmHSunscreensVHJournalcofcPhysicalc
ChemistrycLettersTH2016THbTH]XXYU]XXb 6.4 27

158 wowUwyingHˇ�RH esonσncesHofHStσndσrdHσndH σreHoylHσndH ylHmσsesHStudiedHbyHtheH†rojectedH
nl†WSlnUntHxethodVHJournalcofcPhysicalcChemistrycATH2016THYZXTHY^]^U^[ 2.8 27

157 noumσrinUbσsedHdonorâ��ˇ�â��σcceptorHorgσnicHdyesHforHσHdyeUsensitizedHsolσrHcelleHphotophysicσlH
propertiesHσndHelectronHinjectionHmechσnismVHTheoreticalcChemistrycAccountsTH2016THY[^THY 1.9 19

156 ₂σrningHtoHTheoreticσlHStructureHplucidσtionHofHpndohedrσlHxetσllofullerenesVHJournalcofcPhysicalc
ChemistrycCTH2016THYZXTHYZb^UYZc[ 3.8 25

155 †rojectedHnl†WSlnUntHmethodHwithHsmoothH₀oronoiHpotentiσlHforHcσlculσtingHresonσnceHstσtesVH
JournalcofcComputationalcChemistryTH2016TH[bTHZ]ZUd 3.5 15

154 plectronicHTrσnsitionsHinHnonformσtionσllyHnontrolledH†erσlkylσtedHsexσsilσnesVHChemPhysChemTH
2016THYbTH[XYXU[XZZ 3.2 14

153 lbilityHofHdensityHfunctionσlHtheoryHmethodsHtoHσccurσtelyHmodelHtheHreσctionHenergyHpσthwσysHofH
theHoxidσtionHofHnzHonHgoldHclustereHlHbenchmσrkHstudyVHTheoreticalcChemistrycAccountsTH2016THY[^THY 1.9 11

152 xechσnismHofHUllmσnnHnouplingH eσctionHofHnhloroσreneHonHluW†dHllloyHyσnoclustereHlHoqTHStudyVH
OrganometallicsTH2016TH[^THYYdZUYZXY 3.8 15

151
plectronicHexcitσtionHσndHionizσtionHbehσviorHofHyUhydroxypyridineUZPYsQUthioneHσndHitsH
deprotonσtedHσnionHinHσHpolσrizσbleHmediumHstudiedHusingHquσntumHchemicσlHcomputσtionsVH
TheoreticalcChemistrycAccountsTH2016THY[^THY

1.9 3

150 Sc[yknsP[dbY^Qâ��ncZeHσHmissingHisomerHlinkedHtoHSc[yknZvP[dbYcQâ��ncZHbyHσHsingleHstepH
Stoneâ��₂σlesHtrσnsformσtionVHRSCcAdvancesTH2016THaTHb^^ccUb^^d[ 3.7 4

149
xodelingHxoleculσrHSystemsHσtHpxtremeH†ressureHbyHσnHpxtensionHofHtheH†olσrizσbleHnontinuumH
xodelHP†nxQHmσsedHonHtheHSymmetryUldσptedHnlusterUnonfigurσtionHtnterσctionHPSlnUntQHxethodeH
nonfinedHplectronicHpxcitedHStσtesHofHqurσnHσsHσHTestHnσseVHJournalcofcChemicalcTheorycandc
ComputationTH2015THYYTHZXa[Uba

6.4 26

148
SynthesisHσndHzpticσlH†ropertiesHofHtmidσzoleUHσndHmenzimidσzoleUmσsedHqusedHˇ�UnonjugσtedH
nompoundseHtnfluenceHofHSubstituentTHnounterσnionTHσndHˇ�UnonjugσtedHSystemVHJournalcofcOrganicc
ChemistryTH2015THcXTHbYbZUc[

4.2 18

147
sowHnσnH₂eHUnderstσndHlucHnoresHσndHpntσngledHwigσndsHofHSelenolσteUHσndHThiolσteU†rotectedH
roldHyσnoclustersHluZ]Pp QZXHσndHluZXPp QYaHPpHhHSeTHSfH HhH†hTHxeQjHlHTheoreticσlHStudyVHJournalc
ofcthecAmericancChemicalcSocietyTH2015THY[bTHc^d[UaXZ

16.4 22

146 pxploringHexcitedHstσtesHusingHTimeHoependentHoensityHqunctionσlHTheoryHσndHdensityUbσsedH
indexesVHCoordinationcChemistrycReviewsTH2015TH[X]U[X^THYaaUYbc 23.2 94

145 PZHSHZQHnycloσdditionHofHmenzyneHtoHpndohedrσlHxetσllofullerenesHx[ykncXHPxHhHScTHYQeHlH
 otσtingUtntermediσteHxechσnismVHJournalcofcthecAmericancChemicalcSocietyTH2015THY[bTHacZXUc 16.4 33

(2015-2017)
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144 xethσneHσctivσtionHonHqeUHσndHqezUembeddedHgrσpheneHσndHboronHnitrideHsheeteHroleHofHσtomicH
defectsHinHcσtσlyticHσctivitiesVHRSCcAdvancesTH2015TH^THdbdYcUdbdZb 3.7 21

143 ShortUrσngeHstσbilizingHpotentiσlHforHcomputingHenergiesHσndHlifetimesHofHtemporσryHσnionsHwithH
extrσpolσtionHmethodsVHJournalcofcChemicalcPhysicsTH2015THY]ZTHX[]YX^ 3.9 19

142 yucleobσsesHtσggedHtoHgoldHnσnoclustersHcσuseHσHmechσnisticHcrossoverHinHtheHoxidσtionHofHnzVH
PhysicalcChemistrycChemicalcPhysicsTH2015THYbTHZ]Zb^UcY 3.6 7

141 nomplexHσbsorbingHpotentiσlsHwithH₀oronoiHisosurfσcesHwrσppingHperfectlyHσroundHmoleculesVH
JournalcofcChemicalcTheorycandcComputationTH2015THYYTH]aZbU[[ 6.4 27

140 †rotonUinducedHgenerσtionHofHremoteHyUheterocyclicHcσrbeneU uHcomplexesVHChemistrycrcAcEuropeanc
JournalTH2015THZYTHYXaUYX 4.8 8

139 plectronicHexcitσtionHofHmoleculesHinHsolutionHcσlculσtedHusingHtheHsymmetryUσdσptedH
clusterâ��configurσtionHinterσctionHmethodHinHtheHpolσrizσbleHcontinuumHmodelH2015TH 3

138 roldW†σllσdiumHllloyHforHnσrbonUsσlogenHmondHlctivσtioneHlnHUnprecedentedHsσlideHoependenceVH
ChemistrycrcancAsiancJournalTH2015THYXTHZaadUba 4.5 10

137 xechσnismHofHtheHlerobicHsomocouplingHofH†henylboronicHlcidHonHluâ��â��jeHlHoqTHStudyVHChemistrycrc
ancAsiancJournalTH2015THYXTHZ[dbU]X[ 4.5 21

136 roldW†σllσdiumHmimetσllicHyσnoclustersHforHnU₃HmondHlctivσtioneHlHUniqueHpffectHofHroldVHYukicGoseic
KagakucKyokaishitJournalcofcSyntheticcOrganiccChemistryTH2015THb[THYY[XUYY]X 0.2 5

135 plectronicHStructureHσndHTrσnsitionHinHtheHqσrUUltrσvioletH egionH2015THZdU^] 1

134 xetσlUporphyrineHσHpotentiσlHcσtσlystHforHdirectHdecompositionHofHyPZQzHbyHtheoreticσlHreσctionH
mechσnismHinvestigσtionVHEnvironmentalcScienceciamp;cTechnologyTH2014TH]cTHbYXYUYX 10.3 33

133
lnHefficientHcomputσtionσlHschemeHforHelectronicHexcitσtionHspectrσHofHmoleculesHinHsolutionHusingH
theHsymmetryUσdσptedHclusterUconfigurσtionHinterσctionHmethodeHtheHσccurσcyHofHexcitσtionH
energiesHσndHintuitiveHchσrgeUtrσnsferHindicesVHJournalcofcChemicalcPhysicsTH2014THY]YTHY^]YX]

3.9 10

132 plectronicHtrσnsitionsHinHconformσtionσllyHcontrolledHtetrσsilσnesHwithHσHwideHrσngeHofHSiSiSiSiH
dihedrσlHσnglesVHChemistrycrcAcEuropeancJournalTH2014THZXTHd][YU]Y 4.8 12

131 nâ��nlHmondHlctivσtionHonHluW†dHmimetσllicHyσnocσtσlystsHStudiedHbyHoensityHqunctionσlHTheoryHσndH
reneticHllgorithmHnσlculσtionsVHJournalcofcPhysicalcChemistrycCTH2014THYYcTHZZYccUZZYda 3.8 38

130
 ydbergHσndHˇ�Uˇ�RHtrσnsitionsHinHfilmHsurfσcesHofHvσriousHkindsHofHnylonsHstudiedHbyHσttenuσtedHtotσlH
reflectionHfσrUultrσvioletHspectroscopyHσndHquσntumHchemicσlHcσlculσtionseHpeσkHshiftsHinHtheH
spectrσHσndHtheirHrelσtionHtoHnylonHstructureHσndHhydrogenHbondingsVHJournalcofcPhysicalcChemistryc
BTH2014THYYcTHYYc^^UaY

3.4 28

129
†hotophysicσlHpropertiesHσndHphotochemistryHofHsubstitutedHcinnσmσtesHσndHcinnσmicHσcidsHforH
U₀mHblockingeHeffectHofHhydroxyTHnitroTHσndHfluoroHsubstitutionsHσtHorthoTHmetσTHσndHpσrσHpositionsVH
PhotochemicalcandcPhotobiologicalcSciencesTH2014THY[TH^c[Ud]

4.2 22

128 sσlogenHexchσngeHbyHreσctionHofHnp uPnlQP††h[QZHwithHxenPzQ₃HP₃´ h´ mrTHtQHσndHitsHmechσnisticH
studyVHJournalcofcOrganometalliccChemistryTH2014THbadTH[]U[b 2.3 6

127 oirectHoxidσtionHofHmethσneHtoHmethσnolHonHqeâ��zHmodifiedHgrσpheneVHRSCcAdvancesTH2014TH]THYZ^bZUYZ^bc3.7 40
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126 nooperσtiveHsZHlctivσtionHσtHlgHnlusterW˛‚UllZz[PYYXQHouσlH†erimeterHSiteseHlHoensityHqunctionσlH
TheoryHStudyVHJournalcofcPhysicalcChemistrycCTH2014THYYcTHbddaUcXXa 3.8 28

125
menchmσrkHStudyHonHtheHTripletHpxcitedUStσteHreometriesHσndH†hosphorescenceHpnergiesHofH
seterocyclicHnompoundseHnompσrisonHmetweenHToU†mpXHσndHSlnUntVHJournalcofcChemicalcTheoryc
andcComputationTH2014THYXTH[dadUbd

6.4 32

124 SumσnenetrioneHlnionsHrenerσtedHbyHplectrochemicσlHσndHnhemicσlH eductionVHChemistrycLettersTH
2014TH][THYZdbUYZdd 1.7 5

123
plectronicHexcitσtionHspectrσHofHmoleculesHinHsolutionHcσlculσtedHusingHtheHsymmetryUσdσptedH
clusterUconfigurσtionHinterσctionHmethodHinHtheHpolσrizσbleHcontinuumHmodelHwithHperturbσtiveH
σpproσchVHJournalcofcChemicalcPhysicsTH2014THY]XTHXa]YY]

3.9 10

122 todineHmoleculeHforHneutrinoHmσssHspectroscopyeHσbHinitioHcσlculσtionHofHspectrσlHrσteVHProgresscofc
TheoreticalcandcExperimentalcPhysicsTH2014THZXY]THY[mXZUX 5.4 1

121 nommunicσtioneHnoupledUclusterHinterpretσtionHofHtheHphotoelectronHspectrumHofHluâ��jVHJournalcofc
ChemicalcPhysicsTH2014THY]YTHYXYYXZ 3.9 6

120 pfficiencyHofHperturbσtionUselectionHσndHitsHorbitσlHdependenceHinHtheHSlnUntHcσlculσtionsHforH
vσlenceHexcitσtionsHofHmediumUsizeHmoleculesVHJournalcofcComputationalcChemistryTH2014TH[^THZYa[Uba 3.5 20

119 pxperimentσlHσndHtheoreticσlHstudyHonHtheHexcitedUstσteHdynσmicsHofHorthoUTHmetσUTHσndH
pσrσUmethoxyHmethylcinnσmσteVHJournalcofcChemicalcPhysicsTH2014THY]YTHZ]][Y[ 3.9 32

118 xechσnismHofHtheHσerobicHoxidσtionHofHmethσnolHtoHformicHσcidHonHlucâ��eHlHoqTHstudyVHInternationalc
JournalcofcQuantumcChemistryTH2013THYY[TH]ZcU][a 2.1 17

117 wineσrHresponseHfunctionHσpproσchHforHtheHboundσryHproblemHofH–xWxxHmethodsVHInternationalc
JournalcofcQuantumcChemistryTH2013THYY[TH[[aU[]Y 2.1 4

116 lbsorptionHσndHemissionHpropertiesHofHvσriousHsubstitutedHcinnσmicHσcidsHσndHcinnσmσtesTHbσsedHonH
TooqTHinvestigσtionVHInternationalcJournalcofcQuantumcChemistryTH2013THYY[TH^]ZU^^] 2.1 18

115 nhemicσllyHintuitiveHindicesHforHchσrgeUtrσnsferHexcitσtionHbσsedHonHSlnUntHσndHToUoqTHcσlculσtionsVH
JournalcofcComputationalcChemistryTH2013TH[]THZ]dcU^XY 3.5 24

114
lerobicHoxidσtionHofHmethσnolHtoHformicHσcidHonHlucUeHbenchmσrkHσnσlysisHbσsedHonHcompletelyH
renormσlizedHcoupledUclusterHσndHdensityHfunctionσlHtheoryHcσlculσtionsVHJournalcofcPhysicalc
ChemistrycATH2013THYYbTHYX]YaUZb

2.8 17

113 plectronicHexcitedHstσtesHσndHelectronicHspectrσHofHbiphenyleHσHstudyHusingHmσnyUbodyHwσvefunctionH
methodsHσndHdensityHfunctionσlHtheoriesVHPhysicalcChemistrycChemicalcPhysicsTH2013THY^THYb]ZaU[] 3.6 19

112
xechσnismsHforHSolvσtochromicHShiftsHofHqreeUmσseH†orphineHStudiedHwithH†olσrizσbleHnontinuumH
xodelsHσndHpxplicitHSoluteUSolventHtnterσctionsVHJournalcofcChemicalcTheorycandcComputationTH2013TH
dTH]bXUcX

6.4 16

111 pxcitedUStσteHreometriesHofHseteroσromσticHnompoundseHlHnompσrσtiveHToUoqTHσndHSlnUntHStudyVH
JournalcofcChemicalcTheorycandcComputationTH2013THdTHZ[acUbd 6.4 54

110
ˇ�UmondHxetσthesisHbetweenHxâ��₃HσndH nPzQ₃jHPxHhH†tTH†dfH₃TH₃jHhHnlTHmrTHtQeHqσcileHoeterminσtionHofH
theH elσtiveH˛�rH₀σluesHofHtheHzxidσtiveHldditionsHofH nPzQ₃HtoHσnHxPXQHnomplexTHpvidenceHbyH
oensityHqunctionσlHTheoryHnσlculσtionsTHσndHSyntheticHlpplicσtionsVHOrganometallicsTH2013TH[ZTHZXZaUZX[Z

3.8 8

109 †olσrizσtionHσndHsiteHdependenceHofHinterσtomicHrelσxσtionHeffectsHinHdoubleHcoreHholeHstσtesVH
JournalcofcPhysicscB:cAtomicpcMolecularcandcOpticalcPhysicsTH2013TH]aTHYa]XYZ 1.3 4

(2013-2014)
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108 TheoreticσlHstudyHofHtheHelectronicHexcitσtionsHofHfreeUbσseHporphyrinUlrZHvσnHderH₂σσlsHcomplexesVH
JournalcofcChemicalcPhysicsTH2013THY[dTHXb][X[ 3.9 3

107 plectronicHtrσnsitionsHinHliquidHσmidesHstudiedHbyHusingHσttenuσtedHtotσlHreflectionHfσrUultrσvioletH
spectroscopyHσndHquσntumHchemicσlHcσlculσtionsVHJournalcofcChemicalcPhysicsTH2013THY[dTHY^][XY 3.9 33

106
TheoreticσlHStudyHonHtheHpxcitedHplectronicHStσtesHofHnoroneneHσndHttsHˇ�UpxtendedHxoleculesHUsingH
theHSymmetryUldσptedHnlusterUnonfigurσtionHtnterσctionHxethodVHBulletincofcthecChemicalcSocietyc
ofcJapanTH2013THcaTH]]^U]^Y

5.1 7

105 qσcileHxethodHofHsσlogenHpxchσngeHbetweenHluPnlQPwQHσndHxenPzQ₃HPwHhH††h[HσndHt†rfH₃HhHmrHσndHtQH
viσHˇ�UmondHxetσthesisHSupportedHbyHoqTHnσlculσtionVHChemistrycLettersTH2013TH]ZTHc[YUc[Z 1.7 3

104 ooesHm[wY†HcorrectlyHdescribeHmσgnetismHofHmσngσneseHcomplexesHwithHvσriousHoxidσtionH
numbersHσndHvσriousHstructurσlHmotifsjVHChemicalcPhysicscLettersTH2012TH^YdU^ZXTHY[]UY]X 2.5 8

103 ooubleHcoreâ��holeHcorrelσtionHsσtelliteHspectrσHofHyZHσndHnzHmoleculesVHChemicalcPhysicscLettersTH
2012TH^ZYTH]^U^Y 2.5 26

102 nl†WSlnUntHmethodHforHcσlculσtingHresonσnceHstσtesHofHmetσstσbleHσnionsVHChemicalcPhysicscLettersTH
2012TH^[bTHYXbUYYZ 2.5 47

101 wowUtemperσtureHcσrbonUchlorineHbondHσctivσtionHbyHbimetσllicHgoldWpσllσdiumHσlloyHnσnoclusterseH
σnHσpplicσtionHtoHUllmσnnHcouplingVHJournalcofcthecAmericancChemicalcSocietyTH2012THY[]THZXZ^XU[ 16.4 119

100 zpticσlHσbsorptionHσndHfluorescenceHofH† zolyHinHsolutioneH–uσntumHchemicσlHstudyHbσsedHonHtheH
symmetryUσdσptedHclusterUconfigurσtionHinterσctionHmethodVHChemicalcPhysicscLettersTH2012TH^^ZTH^[U^b 2.5 15

99 lerobicHoxidσtionHofHmethσnolHtoHformicHσcidHonHluZXUeHσHtheoreticσlHstudyHonHtheHreσctionH
mechσnismVHPhysicalcChemistrycChemicalcPhysicsTH2012THY]TH[YX[UYY 3.6 37

98 yonrσdiσtiveHdecσyHdynσmicsHofHmethylU]UhydroxycinnσmσteHσndHitsHhydrσtedHcomplexHreveσledHbyH
picosecondHpumpUprobeHspectroscopyVHPhysicalcChemistrycChemicalcPhysicsTH2012THY]THcdddUdXX^ 3.6 20

97 plucidσtingHelectronicHtrσnsitionsHfromHˇ�HorbitσlsHofHliquidHnUHσndHbrσnchedHσlkσnesHbyHfσrUultrσvioletH
spectroscopyHσndHquσntumHchemicσlHcσlculσtionsVHJournalcofcPhysicalcChemistrycATH2012THYYaTHYYd^bUa] 2.8 41

96 pnhσncementHofHcσtσlyticHreσctivityHofHzincPttQHcomplexHbyHσHcyclotriverσtryleneUcσppedHstructureVH
JournalcofcOrganometalliccChemistryTH2012THbXaUbXbTHZaUZd 2.3 21

95 nompσrσtiveHstudyHofHnγyHσndHyγnHtypeHcyclometσlσtedHrutheniumHcomplexesHwithHσHyloSWylosH
functionVHInorganiccChemistryTH2012TH^YTHcXdYUYXZ 5.1 13

94 pxcitedHstσtesHσndHelectronicHspectrσHofHσnnulσtedHdinucleσrHfreeUbσseHphthσlocyσnineseHσH
theoreticσlHstudyHonHneσrUinfrσredUσbsorbingHdyesVHJournalcofcChemicalcPhysicsTH2012THY[aTHYY][X] 3.9 9

93
oâ��oâ��ˇ�â��lUTypeHzrgσnicHoyesHforHoyeUSensitizedHSolσrHnellsHwithHσH†otentiσlHforHoirectHplectronH
tnjectionHσndHσHsighHpxtinctionHnoefficienteHSynthesisTHnhσrσcterizσtionTHσndHTheoreticσlH
tnvestigσtionVHJournalcofcPhysicalcChemistrycCTH2012THYYaTHZ^a^[UZ^aa[

3.8 128

92 †hotoisomerizσtionHσndHprotonUcoupledHelectronHtrσnsferHP†npTQHpromotedHwσterHoxidσtionHbyH
mononucleσrHcyclometσlσtedHrutheniumHcσtσlystsVHInorganiccChemistryTH2012TH^YTH^[caUdZ 5.1 34

91
†hotophysicσlHpropertiesHσndHphotochemistryHofHppUTHp−UTHσndH
−−UYT]UdimethoxyUZT^Ubis[ZUPthienUZUylQethenylβHbenzeneHinHsolutioneHtheoryHσndHexperimentVHJournalc
ofcPhysicalcChemistrycATH2012THYYaTHdZ]U[b

2.8 5

Masahiro Ehara

10



90
SymmetryUσdσptedUclusterHconfigurσtionUinterσctionHσndHequσtionUofUmotionHcoupledUclusterH
studiesHofHelectronicσllyHexcitedHstσtesHofHcopperHtetrσchlorideHσndHcopperHtetrσbromideHdiσnionsVH
ChemicalcPhysicsTH2012TH[ddTHd]UYYX

2.3 7

89 tnterσtomicHrelσxσtionHeffectsHinHdoubleHcoreHionizσtionHofHchσinHmoleculesVHJournalcofcChemicalc
PhysicsTH2012THY[bTHY^][Ya 3.9 12

88 lugerHdecσyHofHmoleculσrHdoubleHcoreUholeHσndHitsHsσtelliteHstσteseHcompσrisonHofHexperimentHσndH
cσlculσtionVHJournalcofcChemicalcPhysicsTH2012THY[bTHZZ][Xa 3.9 19

87 plectronicHexcitσtionsHofHnaXHfullereneHcσlculσtedHusingHtheHσbHinitioHclusterHexpσnsionHmethodVH
JournalcofcChemicalcPhysicsTH2012THY[bTHY[][X] 3.9 13

86
pxcitedUstσteHgeometriesHσndHvibrσtionσlHfrequenciesHstudiedHusingHtheHσnσlyticσlHenergyHgrσdientsH
ofHtheHdirectHsymmetryUσdσptedHclusterUconfigurσtionHinterσctionHmethodVHtVHsl₃UtypeHmoleculesVH
JournalcofcChemicalcPhysicsTH2011THY[^THX]][Ya

3.9 10

85 †hotophysicσlHpropertiesHσndHvibrσtionσlHstructureHofHlσdderUtypeHpentσHpUphenyleneHσndHcσrbσzoleH
derivσtivesHbσsedHonHSlnUntHcσlculσtionsVHTheoreticalcChemistrycAccountsTH2011THY[XTHYaYUYb[ 1.9 4

84 TheoreticσlHspectroscopyHonHvâ��ZTHvâ��Ywâ��YTHσndHwâ��ZHdoubleHcoreHholeHstσtesHofHSi₃]HP₃hsTHqTHnlTHσndH
ns[QHmoleculesVHChemicalcPhysicsTH2011TH[c]THZcU[^ 2.3 27

83 plectronicHexcitedHstσtesHofHmσcrocyclicHcompoundseHdirectHSlnUntHstudyVHProcediacComputercScience
TH2011TH]THYYZdUYY[] 1.6 1

82 ooubleUcoreUholeHspectroscopyHforHchemicσlHσnσlysisHwithHσnHintenseH₃UrσyHfemtosecondHlσserVH
ProceedingscofcthecNationalcAcademycofcSciencescofcthecUnitedcStatescofcAmericaTH2011THYXcTHYadYZU^ 11.5 147

81 TheoreticσlHmoleculσrHdoubleUcoreUholeHspectroscopyHofHnucleobσsesVHJournalcofcPhysicalcChemistryc
ATH2011THYY^THYZXbXUcZ 2.8 29

80 SynthesisHσndHchσrσcterizσtionHofHσHcyclotriverσtryleneUcσppedHσzσphosphσtrσneVHTetrahedronc
LettersTH2011TH^ZTH]YZdU]Y[Y 2 9

79
yonequilibriumHsolvσtionHforHverticσlHphotoemissionHσndHphotoσbsorptionHprocessesHusingHtheH
symmetryUσdσptedHclusterUconfigurσtionHinterσctionHmethodHinHtheHpolσrizσbleHcontinuumHmodelVH
JournalcofcChemicalcPhysicsTH2011THY[]THYX]YXd

3.9 50

78 lugerHdecσyHofHmoleculσrHdoubleHcoreUholeHstσteVHJournalcofcChemicalcPhysicsTH2011THY[^THY^][Xb 3.9 24

77 xoleculσrHdoubleHcoreHholeHelectronHspectroscopyHforHchemicσlHσnσlysisVHJournalcofcChemicalcPhysics
TH2010THY[ZTHYc][XZ 3.9 103

76 ooubleHcoreHholeHcreσtionHσndHsubsequentHlugerHdecσyHinHys[HσndHns]HmoleculesVHPhysicalcReviewc
LettersTH2010THYX^THZY[XX^ 7.4 96

75 pxcitedHstσtesHσndHelectronicHspectrσHofHextendedHtetrσσzσporphyrinsVHJournalcofcChemicalcPhysicsTH
2010THY[[THY]][Ya 3.9 31

74
SymmetryUσdσptedHclusterHσndHsymmetryUσdσptedHclusterUconfigurσtionHinterσctionHmethodHinHtheH
polσrizσbleHcontinuumHmodeleHtheoryHofHtheHsolventHeffectHonHtheHelectronicHexcitσtionHofHmoleculesH
inHsolutionVHJournalcofcChemicalcPhysicsTH2010THY[[THXZ]YX]

3.9 70

73 ₀ibrσtionσlHspectrσHσndHgeometryHrelσxσtionHinHcoreUelectronicHprocessesHofHyZzHσndHnzZVHJournalc
ofcPhysics:cConferencecSeriesTH2010THZ[^THXYZXZX 0.3 2
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72 TheHeffectHofHvibrσtionσlHmotionHonHtheHdynσmicsHofHshσpeHresonσntHphotoionizσtionHofHmq[HleσdingH
toHtheHstσteHofVHMolecularcPhysicsTH2010THYXcTHYX^^UYXab 1.7 2

71
₀σlenceHionizedHstσtesHofHironHpentσcσrbonylHσndHetσ^UcyclopentσdienylHcobσltHdicσrbonylHstudiedH
byHsymmetryUσdσptedHclusterUconfigurσtionHinterσctionHcσlculσtionHσndHcollisionUenergyHresolvedH
†enningHionizσtionHelectronHspectroscopyVHJournalcofcChemicalcPhysicsTH2010THY[ZTHXc][XZ

3.9 11

70 ooubleHcoreâ��holeHelectronHspectroscopyHforHopenUshellHmoleculeseHTheoreticσlHperspectiveVH
ChemicalcPhysicscLettersTH2010TH]daTHZYbUZZZ 2.5 40

69 oevelopmentHzfHSσcUniHrenerσlU HxethodHqorHTheoreticσlHqineHSpectroscopyVHChallengescandc
AdvancescincComputationalcChemistrycandcPhysicsTH2010THbdUYYZ 0.7 5

68
lbsorptionHσndHemissionHspectrσHofHultrσvioletHmHblockingHmethoxyHsubstitutedHcinnσmσtesH
investigσtedHusingHtheHsymmetryUσdσptedHclusterHconfigurσtionHinterσctionHmethodVHJournalcofc
ChemicalcPhysicsTH2009THY[YTHZZ][Xa

3.9 25

67
lbHinitioHstudyHofHtheHexcitedHsingletHstσtesHofHσllUtrσnsHσlphσTomegσUdiphenylpolyenesHwithHoneHtoH
sevenHpolyeneHdoubleHbondseHSimulσtionHofHtheHspectrσlHdσtσHwithinHqrσnckUnondonHσpproximσtionVH
JournalcofcChemicalcPhysicsTH2009THY[YTHYb][Y[

3.9 19

66 plectronicHstructureHσndHopticσlHpropertiesHofHchelσtingHheteroσtomicHconjugσtedHmoleculeseHσH
SlnUntHstudyVHTheoreticalcChemistrycAccountsTH2009THYZ]TH[d^U]Xc 1.9 3

65 †ossibleHreσctionHpσthwσyHinHmethσnolHdehydrogenσtionHonH†tHσndHlgHsurfσcesWclustersHstσrtingH
fromHzâ��sHscissioneHoippedHσdclusterHmodelHstudyVHSurfacecScienceTH2009THaX[THa]YUa]a 1.8 23

64  elσtivisticHeffectsHinHvUshellHionizσtionseHSlnUntHgenerσlU HstudyHbσsedHonHtheHovZHsσmiltoniσnVH
ChemicalcPhysicsTH2009TH[^aTHYd^UYdc 2.3 11

63
wowUlyingHvσlenceHexcitedHstσtesHofHnynTHnZyTHy[THσndHynzHstudiedHusingHtheHelectronUσttσchedH
σndHionizedHsymmetryUσdσptedUclusterHconfigurσtionUinterσctionHσndHequσtionUofUmotionH
coupledUclusterHmethodologiesVHMolecularcPhysicsTH2009THYXbTHcbYUccX

1.7 15

62 sighUprecisionσbHinitiocoreUlevelHspectroscopyVHJournalcofcPhysics:cConferencecSeriesTH2009THYd]THXYZXXa 0.3 2

61 TheoreticσlHSpectroscopyHofHtnnerUShellHplectronicH†rocessesHσndH†hotochemistryHofHqluorescentH
xoleculesVHProgresscincTheoreticalcChemistrycandcPhysicsTH2009THYX[UYZ] 0.6

60 lHxechσnismHforHtheH†σllσdiumUnσtσlyzedH egioselectiveHSilσborσtionHofHllleneeHlHTheoreticσlH
StudyVHOrganometallicsTH2008THZbTHYb[aUYb]Z 3.8 47

59 reometryH elσxσtionsHlfterHtnnerUShellHpxcitσtionsHσndHtonizσtionsVHCollectioncofcCzechoslovakc
ChemicalcCommunicationsTH2008THb[THbbYUbc^ 11

58 plectronicHtrσnsitionsHinHcisUHσndHtrσnsUdichloroethylenesHσndHtetrσchloroethyleneVHJournalcofc
ChemicalcPhysicsTH2008THYZdTHYb]^Xa 3.9 12

57
tnvestigσtionHofHtheHelectronicHspectrσHσndHexcitedUstσteHgeometriesHofHpolyPpσrσUphenyleneH
vinyleneQHP††₀QHσndHpolyPpσrσUphenyleneQHP††QHbyHtheHsymmetryUσdσptedHclusterHconfigurσtionH
interσctionHPSlnUntQHmethodVHJournalcofcPhysicalcChemistrycATH2007THYYYTH^]b[UcY

2.8 24

56 rroundHσndHexcitedHstσtesHofHsingletTHcσtionHdoubletTHσndHσnionHdoubletHstσtesHofHoUbenzoquinoneeH
σHtheoreticσlHstudyVHJournalcofcPhysicalcChemistrycATH2007THYYYTHZa[]Ud 2.8 16

55 ₀ibrσtionσllyHresolvedHnHσndHzHYsHphotoelectronHspectrσHofHcσrbonHdioxideVHJournalcofcElectronc
SpectroscopycandcRelatedcPhenomenaTH2007THY^^TH^]U^b 1.7 38
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54
nouplingHbetweenHsubstituentsHσsHσHfunctionHofHcσgeHstructureeHsynthesisHσndHvσlenceHionizedHstσtesH
ofHbridgeheσdHdisubstitutedHpσrentHσndHhexσfluorinσtedHbicyclo[YVYVYβpentσneHderivσtivesHn^₃aYZVH
ChemistrycrcancAsiancJournalTH2007THZTHYXXbUYd

4.5 2

53 plectronicHexcitσtionsHofHfluoroethylenesVHJournalcofcChemicalcPhysicsTH2007THYZaTHX]][Xa 3.9 8

52
lctiveUspσceHsymmetryUσdσptedUclusterHconfigurσtionUinterσctionHσndHequσtionUofUmotionH
coupledUclusterHmethodsHforHhighHσccurσcyHcσlculσtionsHofHpotentiσlHenergyHsurfσcesHofHrσdicσlsVH
JournalcofcChemicalcPhysicsTH2007THYZaTHYa]YYY

3.9 44

51 n]nleHbentHorHlineσrjVHJournalcofcChemicalcPhysicsTH2006THYZ^THYd][Y] 3.9 3

50 plectronicHspectrσHσndHphotodissociσtionHofHvinylHchlorideeHσHsymmetryUσdσptedHclusterH
configurσtionHinterσctionHstudyVHJournalcofcChemicalcPhysicsTH2006THYZ]THX[][YZ 3.9 11

49 SinglyHσndHdoublyHexcitedHstσtesHofHbutσdieneTHσcroleinTHσndHglyoxσleHreometriesHσndHelectronicH
spectrσVHJournalcofcChemicalcPhysicsTH2006THYZ^THXY][Ya 3.9 47

48 SymmetryUdependentHvibrσtionσlHexcitσtionHinHyHYsHphotoionizσtionHofHyZeHexperimentHσndHtheoryVH
JournalcofcChemicalcPhysicsTH2006THYZ]THYZ][YY 3.9 52

47 ₀σlenceHionizσtionHspectrσHofH]ˇ�UelectronHmoleculesHwithHlowUlyingHsσtellitesHinvolvingHnâ��ˇ�RHσndH
ˇ�â��ˇ�RHtrσnsitionsVHMolecularcPhysicsTH2006THYX]THdbYUdcZ 1.7 5

46 TheoreticσlHqineHSpectroscopyHwithHSlnUntHxethodeHzuterUHσndHtnnerU₀σlenceHtonizσtionHSpectrσHofH
nzHσndHyZVHCollectioncofcCzechoslovakcChemicalcCommunicationsTH2005THbXTHccYUdX] 8

45 Slnâ��ntHtheoreticσlHinvestigσtionHonHelectronicHstructureHofHfluoreneâ��thiopheneHoligomersVHPolymerTH
2005TH]aTHa]b]Ua]cY 3.9 30

44 TheoreticσlHfineHspectroscopyHwithHsymmetryHσdσptedHclusterUconfigurσtionHinterσctionHgenerσlU H
methodeHfirstUrowHvUshellHionizσtionsHσndHtheirHsσtellitesVHJournalcofcChemicalcPhysicsTH2005THYZZTHY][X] 3.9 47

43
TheoreticσlHfineHspectroscopyHwithHsymmetryUσdσptedUclusterHconfigurσtionUinterσctionHmethodeH
outerUHσndHinnerUvσlenceHionizσtionHspectrσHofHfurσnTHpyrroleTHσndHthiopheneVHJournalcofcChemicalc
PhysicsTH2005THYZZTHZ[][Yd

3.9 43

42 tterσtiveHnlHgenerσlHsinglesHσndHdoublesHPtntrSoQHmethodHforHcσlculσtingHtheHexσctHwσveHfunctionsH
ofHtheHgroundHσndHexcitedHstσtesHofHmoleculesVHJournalcofcChemicalcPhysicsTH2005THYZZTHYd]YXc 3.9 37

41 lnσlyticσlHenergyHgrσdientHofHtheHsymmetryUσdσptedUclusterHconfigurσtionUinterσctionHgenerσlU H
methodHforHsingletHtoHseptetHgroundHσndHexcitedHstσtesVHJournalcofcChemicalcPhysicsTH2004THYZXTHZ^d[UaX 3̂.9 34

40 plectronicHexcitσtionsHofHtheHgreenHfluorescentHproteinHchromophoreHinHitsHprotonσtionHstσteseH
SlnWSlnUntHstudyVHJournalcofcComputationalcChemistryTH2003THZ]THY]ZYU[Y 3.5 78

39 ₀ibrσtionσllyHresolvedHzHYsHphotoelectronHspectrumHofHwσterVHChemicalcPhysicscLettersTH2003TH[cXTHa]bUa^[2.5 102

38 SingulσrityUfreeHσnσlyticσlHenergyHgrσdientsHforHtheHSlnWSlnUntHmethodeHcoupledHperturbedH
minimumHorbitσlUdeformσtionHPn†xzoQHσpproσchVHChemicalcPhysicscLettersTH2003TH[abTHb[XUb[a 2.5 31

37 TheoreticσlHinvestigσtionHonHtheHvσlenceHionizσtionHspectrσHofHnlZzTHnlzznlTHσndHqZzHbyH
correlσtionUbσsedHconfigurσtionHinterσctionHmethodsVHJournalcofcChemicalcPhysicsTH2003THYYcTH^cYYU^cZX 3.9 15
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36 oensityHmσtrixHvσriσtionσlHtheoryeHStrengthHofH₂einholdU₂ilsonHinequσlitiesH2003TH^][U^^b 1

35 pliminσtionHofHsingulσritiesHinHmoleculσrHorbitσlHderivσtiveseHminimumHorbitσlUdeformσtionHPxzoQH
methodVHChemicalcPhysicscLettersTH2002TH[^aTHYUa 2.5 23

34 oensityHmσtrixHvσriσtionσlHtheoryeHlpplicσtionHtoHtheHpotentiσlHenergyHsurfσcesHσndHstronglyH
correlσtedHsystemsVHJournalcofcChemicalcPhysicsTH2002THYYaTH^][ZU^][d 3.9 78

33
qineHtheoreticσlHspectroscopyHusingHsymmetryHσdσptedHclusterUconfigurσtionHinterσctionHgenerσlU H
methodeHzuterUHσndHinnerUvσlenceHionizσtionHspectrσHofHnSZHσndHznSVHJournalcofcChemicalcPhysicsTH
2002THYYbTH[Z]cU[Z^^

3.9 31

32 SlnUntHrpyp lwU HxpTszoeHTspz YHlyoHl††wtnlTtzySHTzHTspHxUwTtUpwpnT zyH† znpSSpSH
2002THZd[U[Yd 31

31 pxcitedHσndHtonizedHStσtesHofHpUmenzoquinoneHσndHttsHlnionH σdicσleHHSlnâ��ntHTheoreticσlHStudyVH
JournalcofcPhysicalcChemistrycATH2002THYXaTH[c[cU[c]d 2.8 55

30 pxcitedHσndHionizedHstσtesHofHσnilineeHSymmetryHσdσptedHclusterHconfigurσtionHinterσctionH
theoreticσlHstudyVHJournalcofcChemicalcPhysicsTH2002THYYbTHZX]^UZX^Z 3.9 46

29 StructureHofHtheHexσctHwσveHfunctionVH₀VHtterσtiveHconfigurσtionHinterσctionHmethodHforHmoleculσrH
systemsHwithinHfiniteHbσsisVHJournalcofcChemicalcPhysicsTH2002THYYbTHdUYZ 3.9 36

28 †erσlkylσtedHTetrσsilσnese´ HnonformσtionσlHoependenceHofHtheH†hotoelectronHSpectrumâ� VHJournalc
ofcPhysicalcChemistrycATH2002THYXaTHZ[adUZ[b[ 2.8 32

27 zuterUHσndHinnerUvσlenceHionizσtionHspectrσHofHys[TH†s[THσndHlss[eHsymmetryUσdσptedHclusterH
configurσtionHinterσctionHgenerσlU HstudyVHJournalcofcChemicalcPhysicsTH2002THYYaTHYd[]UYd][ 3.9 19

26 lnσlyticσlHenergyHgrσdientsHofHtheHexcitedTHionizedHσndHelectronUσttσchedHstσtesHcσlculσtedHbyHtheH
SlnUntHgenerσlU HmethodVHChemicalcPhysicscLettersTH2001TH[]bTH]d[U]dc 2.5 36

25 lnσlyticσlHenergyHgrσdientHofHhighUspinHmultipletHstσteHcσlculσtedHbyHtheHSlnUntHmethodVHChemicalc
PhysicscLettersTH2001TH[^XTH[^YU[^c 2.5 15

24
plectronicHexcitσtionHσndHionizσtionHspectrσHofHσzσbenzeneseH†yridineHrevisitedHbyHtheH
symmetryUσdσptedHclusterHconfigurσtionHinterσctionHmethodVHJournalcofcChemicalcPhysicsTH2001TH
YY]TH^YYbU^YZ[

3.9 44

23 plectronicHexcitσtionHspectrumHofHthiopheneHstudiedHbyHsymmetryUσdσptedHclusterHconfigurσtionH
interσctionHmethodVHJournalcofcChemicalcPhysicsTH2001THYY]THc]Z 3.9 49

22 ₀σriσtionσlHcσlculσtionsHofHfermionHsecondUorderHreducedHdensityHmσtricesHbyHsemidefiniteH
progrσmmingHσlgorithmVHJournalcofcChemicalcPhysicsTH2001THYY]THcZcZUcZdZ 3.9 217

21 TheoreticσlHstudyHonHtheHouterUHσndHinnerUvσlenceHionizσtionHspectrσHofHsZzTHsZSHσndHsZSeHusingH
theHSlnUntHgenerσlU HmethodVHJournalcofcChemicalcPhysicsTH2001THYY]THcddXUcddd 3.9 43

20 oirectHdeterminσtionHofHsecondUorderHdensityHmσtrixHusingHdensityHequσtioneHzpenUshellHsystemHσndH
excitedHstσteVHJournalcofcChemicalcPhysicsTH2000THYYZTHcbbZUcbbc 3.9 31

19 plectronicHexcitσtionHσndHionizσtionHspectrσHofHcyclopentσdieneeH evisitHbyHtheHsymmetryUσdσptedH
clusterâ��configurσtionHinterσctionHmethodVHJournalcofcChemicalcPhysicsTH2000THYY[TH^Z]^ 3.9 32
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18 plectronicHexcitσtionHspectrσHofHfurσnHσndHpyrroleeH evisitedHbyHtheHsymmetryHσdσptedH
clusterâ��configurσtionHinterσctionHmethodVHJournalcofcChemicalcPhysicsTH2000THYY[THbc^[Ubcaa 3.9 82

17 tonizσtionHspectrumHofHnzZHstudiedHbyHtheHSlnUntHgenerσlU HmethodVHSpectrochimicacActacrcPartcA:c
MolecularcandcBiomolecularcSpectroscopyTH1999TH^^TH]cbU]d[ 4.4 20

16 TheoreticσlHstudiesHofHtheHpotentiσlHenergyHsurfσceHσndHwσvepσcketHdynσmicsHofHtheHwi[HsystemVH
TheoreticalcChemistrycAccountsTH1999THYXZTHZZaUZ[a 1.9 6

15 nlSSnqHstudyHofHbondingHinHyinzHσndHqenzVHInternationalcJournalcofcQuantumcChemistryTH1999THbZTHZZYUZ[Y2.1 15

14 seterolyticHldsorptionHofHsZHonH−nzPYXYHXQHSurfσceeHHlnHσbHinitioHS†nHnlusterHxodelHStudyVHJournalc
ofcPhysicalcChemistrycBTH1999THYX[THZacdUZad^ 3.4 11

13 nlSSnqHstudyHofHbondingHinHyinzHσndHqenzH1999THbZTHZZY 1

12 zuterUHσndHinnerUvσlenceHionizσtionHspectrσHofHyZHσndHnzeVHChemicalcPhysicscLettersTH1998THZcZTH[]bU[^] 2.5 60

11 nlusterHmodelingHofHmetσlHoxideseHhowHtoHcutHoutHσHclusterjVHChemicalcPhysicscLettersTH1998THZdYTH]]^U]^Z2.5 54

10 S†nHclusterHmodelingHofHmetσlHoxideseHwσysHofHdeterminingHtheHvσluesHofHpointHchσrgesHinHtheH
embeddedHclusterHmodelVHSciencecincChinacSeriescB:cChemistryTH1998TH]YTHYY[UYZY 4

9 tonizσtionHspectrσHofH₃zyzZHP₃hqTHnlTHmrTHtQHstudiedHbyHtheHSlnâ��ntHmethodVHChemicalcPhysicsTH1998TH
ZZaTHYY[UYZ[ 2.3 21

8 yewHσspectsHofHtheHphotodissociσtionHofHwσterHinHtheHfirstHσbsorptionHbσndeHsowHstrongHisH
excitσtionHofHtheHfirstHtripletHstσtejVHJournalcofcChemicalcPhysicsTH1998THYXdTHaa]YUaa]a 3.9 19

7 xulticonfigurσtionHtimeUdependentHsσrtreeHPxnTosQHstudyHonHrotσtionσlHσndHdiffrσctiveHinelσsticH
moleculeUsurfσceHscσtteringVHJournalcofcChemicalcPhysicsTH1996THYX^THcca^Uccbb 3.9 54

6
nollisionHinducedHσbsorptionHspectrσHσndHlineHbroσdeningHofHns gHsystemHP gh₃eTHvrTHlrTHyeQH
studiedHbyHtheHsymmetryHσdσptedHclusterUconfigurσtionHinterσctionHPSlnUnlQHmethodVHJournalcofc
ChemicalcPhysicsTH1995THYXZTHacZZUac[X

3.9 17

5 syperfineHsplittingHconstσntsHstudiedHbyHtheHsymmetryHσdσptedHclusterUconfigurσtionHinterσctionH
methodVHJournalcofcChemicalcPhysicsTH1994THYXXTH^cZYU^cZc 3.9 25

4 SymmetryHσdσptedHclusterUconfigurσtionHinterσctionHstudyHonHtheHexcitedHσndHionizedHstσtesHofH
Timr]HσndHTit]VHJournalcofcChemicalcPhysicsTH1994THYXYTHba^cUbabY 3.9 41

3 pxponentiσllyHgenerσtedHconfigurσtionHinterσctionHPprntQHmethodHσppliedHtoHhighUspinHmultiplicityVH
JournalcofcChemicalcPhysicsTH1993THddTHYd^ZUYdaY 3.9 11

2 SymmetryUσdσptedHclusterâ��configurσtionHinterσctionHmethodHσppliedHtoHhighUspinHmultiplicityVH
JournalcofcChemicalcPhysicsTH1993THdcTHbYbdUbYc] 3.9 43

1 TheoreticσlHstudyHonHtheHexcitedHσndHionizedHstσtesHofHtitσniumHtetrσchlorideVHJournalcofcChemicalc
PhysicsTH1992THdbTHZ^aYUZ^bX 3.9 45
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