
Mitsutaka Okumura

ListhofhPublicationshbyhYearhinh
DescendinghOrder

Source:hhttps:yyexalyxcomyauthorvpdfy1150491ymitsutakavokumuravpublicationsvbyvyearxpdf

Version:h2024v04v19h

ThishdocumenthhashbeenhgeneratedhbasedhonhthehpublicationshandhcitationshrecordedhbyhexalyxcomxhForh

thehlatesthversionhofhthishpublicationhlistuhvisiththehlinkhgivenhabovex

ThehthirdhcolumnhishthehimpacthfactorhpIFrhofhthehjournaluhandhthehfourthhcolumnhishthehnumberhofh

citationshofhtheharticlex

320
papers

9,092
citations

50
h-index

83
g-index

338
ext. papers

9,671
ext. citations

3.6
avg, IF

5.93
L-index



k Paper IF Citations

320 oδnHweHenhδnπeHdirδdiπδlHπhδrδπterHusingHinterδπtionHwithHstoiπhiometriπHsurfδπesHofHioniπHoxideskHmH
theoretiπδlHinvestigδtionHusingHπhemiπδlHindiπesVHPhysicaliChemistryiChemicaliPhysicsTH2021THZ[THZaXZ]UZaXZd3.6 1

319 –trongHyetδlâ��–upportHunterδπtionHinH’dWoδZmlynOaS˛·fHoδtδlytiπHzOH”eduπtionHoverHynUpopedH
oδOH–hellVHACSiCatalysisTH2021THYYTHceebUdXX[ 13.1 2

318 siμμsHqnergyHofHtydrogenHmdsorptionHonH’tH–urfδπeHμyHyδπhineHxeδrningH’otentiδlHδndH
yetδdynδmiπsVHChemistryiLettersTH2021THaXTHY[ZeUY[[Z 1.7

317 qffeπtHofHsurfδπeHinterδπtionsHonHspinHπontδminδtionHerrorsHofHhomogeneousHspinHdimersTHπhδinsTH
δndHfilmsfHmodelHπδlπulδtionsHofHmuWygOHδndHmuWnδOHsystemsVHMoleculariPhysicsTH2021THYYeTHeYceYede 1.7 4

316
”elδtiveHstδμilityHδmongHintermediδteHstruπturesHinH–ZHstδteHofHoδyn]OaHπlusterHinH’–uuHμyHusingH
hyμridUpr—HδndHpx’zOUooHmethodsHδndHevδluδtionHofHmδgnetiπHinterδπtionsHμetweenHynHionsVH
JournaliofiPhotochemistryiandiPhotobiologyiA:iChemistryTH2021TH]XaTHYYZeZ[

4.7 3

315 qleπtronHpensityUμδsedHqstimδtionHofHpirδdiπδlHohδrδπterfHmnHqδsyH–πhemeHforHpr—W’lδneUwδveH
oδlπulδtionsVHChemistryiLettersTH2021THaXTH[eZU[eb 1.7 2

314 qstimδtionHofHspinHπontδminδtionHerrorsHinHpr—WplδneUwδveHπδlπulδtionsHofHsolidHmδteriδlsHusingH
δpproximδteHspinHprojeπtionHsπhemeVHChemicaliPhysicsiLettersTH2021THcbaTHY[dZeY 2.5 7

313 ’δrtiδlHoxidδtionHofHpropyleneHwithHtZHδndHOZHoverHmuHsupportedHonH×rOZHwithHdifferentHstruπturδlH
δndHsurfδπeHpropertiesVHJournaliofiCatalysisTH2021TH]XYTHYddUYee 7.3 2

312 ’tWoeOZHwithHresiduδlHπhlorideHδsHreusδμleHsoftHxewisHδπidHπδtδlystsfHmppliπδtionHtoHhighlyHeffiπientH
isomerizδtionHofHδllyliπHestersVHAppliediCatalysisiB:iEnvironmentalTH2021THZebTHYZX[[[ 21.8 3

311 qxπellentHoδtδlytiπHmπtivityHofHδH’dU’romotedHynOxHoδtδlystHforH’urifyingHmutomotiveHqxhδustH
sδsesVHChemCatChemTH2020THYZTH]ZcbU]ZdX 5.2 9

310
olδrifiπδtionHofHtheH”elδtionshipHμetweenHtheHyδgnetiπHδndHoonduπtiveH’ropertiesHofHunfiniteH
ohδinsHinH—rioxotriδnguleneH”δdiπδlHorystδlsHμyH–pinU’rojeπtedHpr—W’lδneUWδveHoδlπulδtionsVH
AdvancediTheoryiandiSimulationsTH2020TH[THZXXXXaX

3.5 6

309  zOP xOQHδπtiveHspδπeHforHmultireferenπeHπδlπulδtionsHonHπlδssiπδlHδndHquδntumHπomputersVH”evisitH
toHtheHironUsulfurHπomplexesVHChemicaliPhysicsiLettersTH2020THc]bTHY[cZaZ 2.5 2

308 rδπileHzOUoOHeliminδtionHoverHzirπoniδUπoδtedHouPY´ Y´ XQHsurfδπesfHrurtherHevidenπeHfromHpr—´ S´  H
πδlπulδtionsVHAppliediSurfaceiScienceTH2020THaXdTHY]aZaZ 6.7 3

307
qleπtroniπHδndHspinHstruπturesHofHoδynOHπlustersHinHtheH–HstδteHofHtheHoxygenHevolvingHπomplexHofH
photosystemHuuVHpomδinUμδsedHloπδlHpδirHnδturδlHorμitδlHPpx’zOQHπoupledUπlusterHPooQHπδlπulδtionsH
usingHoptimizedHgeometriesHδndHnδturδlHorμitδlsHP zOQHμyHhyμridHdensityHfunπtionδlHtheoryHPtpr—QH
πδlπulδtionsVHPhysicaliChemistryiChemicaliPhysicsTH2020THZZTHZcYeYUZcZXa

3.6 3

306 —heoryHofHπhemiπδlHμondsHinHmetδlloenzymesH··uVHeleπtroniπHδndHspinHstruπturesHofHreyoπoHδndH
reU–HπlustersHμyHπlδssiπδlHδndHquδntumHπomputingVHMoleculariPhysicsTH2020THYYdTHeYcbX[dd 1.7 3

305 oompδrisonHofHqffeπtiveHqxπhδngeHuntegrδlsHofHtUtHδndHtUteUtHohδinsHvsVH–ingleHyoleπulesfHmH
—heoretiπδlH–tudyVHChemistryiLettersTH2020TH]eTHY[cUY]X 1.7 5

304 pr—H–tudyHforH–eleπtiveHmdsorptionHofHYT[UpimethyltrisulfδneH”esponsiμleHforHmgedHOdorHinH
vδpδneseH–δkeH singH–upportedHsoldHzδnopδrtiπlesVHChemistryiLettersTH2020TH]eTHZYdUZZY 1.7
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303
—heoretiπδlHunvestigδtionHofHtheHteterojunπtionHqffeπtHonHtheHoδtδlytiπHmπtivityHδndH–eleπtivityHofHδnH
öemδil´ proteπted]Hooreâ��–hellHoδtδlystHinHmeroμiπHOxidδtionVHJournaliofiPhysicaliChemistryiCTH2020TH
YZ]THYcX[eUYcX]c

3.8 5

302
—heoretiπδlHstudyHofHseleπtiveHhydrogenolysisHofHmethylHvinylHπδrμinolHoverHmuUziHμimetδlliπHπδtδlystfH
—owδrdHπonstruπtingHδHworkingHhypothesisHforHtheHroleHofHdiπhloroethδneHsolventHδndHperimeterH
sitesVHChemicaliPhysicsiLettersTH2020THca]THY[ccc[

2.5

301
pomδinUμδsedHloπδlHpδirHnδturδlHorμitδlHoo–pP—QHπδlπulδtionsHofHstronglyHπorrelδtedHeleπtronH
systemsfHqxδminδtionHofHdynδmiπHequiliμriumHmodelsHμδsedHonHmultipleHintermediδtesHinH–YHstδteH
ofHphotosystemHuuVHMoleculariPhysicsTH2020THYYdTHeYbbbYcY

1.7 3

300 –pinHπontδminδtionHerrorsHonHspinUpolδrizedHdensityHfunπtionδlHtheoryWplδneUwδveHπδlπulδtionsHforH
πrystδlsHofHoneUdimensionδlHmδteriδlsVHAppliediPhysicsiExpressTH2019THYZTHYYaaXb 2.4 19

299
pomδinUμδsedHloπδlHpδirHnδturδlHorμitδlHoo–pP—QHπδlπulδtionsHofHsixHdifferentH–YHstruπturesHofH
oxygenHevolvingHπomplexHofHphotosystemHuuVH’roposδlHofHmultiUintermediδteHmodelsHforHtheH–YH
stδteVHChemicaliPhysicsiLettersTH2019THc[ZTHY[bbbX

2.5 9

298 qffeπtHofHspinHπontδminδtionHerrorHonHsurfδπeHπδtδlytiπHreδπtionfHzOHreduπtionHμyHπoreUshellH
πδtδlystsVHMoleculariPhysicsTH2019THYYcTHZZaYUZZae 1.7 18

297 —heoretiπδlHstudyHofHδeroμiπHoxidδtionHofHδlπoholsHoverHmu[dHnδnoπlusterHμyHδHtwoUstepUmodelingH
δpproδπhVHChemicaliPhysicsiLettersTH2019THcZ]THYYaUYZY 2.5 6

296
—heoretiπδlHδndHπomputδtionδlHinvestigδtionsHofHgeometriπδlTHeleπtroniπHδndHspinHstruπturesHofHtheH
oδynHOHP·HiHaTHbQHπlusterHinHtheHwokHπyπleH–HPiHiHXU[QHofHoxygenHevolvingHπomplexHofHphotosystemHuuVH
PhysiologiaiPlantarumTH2019THYbbTH]]Uae

4.6 8

295 qxtentHofH–pinHoontδminδtionHqrrorsHinHpr—W’lδneUwδveHoδlπulδtionHofH–urfδπesfHmHoδseHofHmuHmtomH
mggregδtionHonHδHygOH–urfδπeVHMoleculesTH2019THZ]TH 4.8 19

294 qffeπtHofHπeriδHδndHzirπoniδHsupportsHonHzOHreduπtionHoverHplδtinumUgroupHmetδlHπδtδlystsfHmHpr—H
studyHwithHπompδrδtiveHexperimentsVHCatalysisiTodayTH2019TH[[ZTHZ[bUZ]] 5.3 13

293
pomδinUμδsedHloπδlHpδirHnδturδlHorμitδlHoo–pP—QHπδlπulδtionsHofHfourteenHdifferentH–ZHintermediδtesH
forHwδterHoxidδtionHinHtheHwokHπyπleHofHOqoHofH’–uuVH”eUvisitHtoHoneHx–UtwoHt–HmodelHforHtheH–ZHstδteVH
ChemicaliPhysicsiLettersTH2019THc[]THY[bc[Y

2.5 10

292 zOUoOH”eδπtionHOverHyetδlUsupportedH ltrδthinHOxideHrilmsfHqvδluδtingHzovelHoδtδlystsHμyH
pensityUfunπtionδlH—heoryHoδlπulδtionsVHJournaliofiComputeriChemistryiJapanTH2019THYdTHYUd 0.2

291 —heoretiπδlHstudyHonHtheHeleπtroniπHstruπtureHofHö]reU]–]HπlusterH2019TH]eeUaXZ

290 pynδmiπHsδteHOpeningHofH×urUdHforHnulkyHyoleπuleHmdsorptionHδsH–tudiedHμyHVδporHmdsorptionH
yeδsurementsHδndHoomputδtionδlHmpproδπhVHJournaliofiPhysicaliChemistryiCTH2019THYZ[THZca]ZUZcaa[ 3.8 13

289 —heoretiπδlHstudyHofHπorrelδtionsHμetweenHtheHπoordinδtionHstruπturesHδndHπδtδlytiπHδπtivitiesHinH
polymerUstδμilizedHδuHnδnoπlusterHπδtδlystsVHJournaliofiComputationaliChemistryTH2019TH]XTHZZZUZZd 3.5 9

288  zOHpy”sHom–HouHπδlπulδtionsHofHμinuπleδrHmδngδneseHπomplexHynPuVQHOHPztotoOHQHfH–πopeHδndH
δppliπδμilityHofHteisenμergHmodelVHJournaliofiComputationaliChemistryTH2019TH]XTH[[[U[]Y 3.5 13

287 rreeHenergyHreδπtionHrootHmδppingHofHδlδnineHtripeptideHinHwδterVHMoleculariPhysicsTH2019THYYcTHZZd]UZZeZ1.7 3

286 —heoretiπδlHinvestigδtionHofHtheHeffeπtHofHphosphδteHdopingHonHtheHδggregδtionHofHmuHδtomsHonHδnH
mlZO[HPXXXYQHsurfδπeVHAppliediSurfaceiScienceTH2019TH]baTHYXX[UYXY[ 6.7 4

(2019-2020)
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285 pieleπtriπHvumpHδndHzegδtiveHqleπtrostriπtionHinHyetδllosuprδmoleπulδrHuoniπHorystδlsVHScientifici
ReportsTH2018THdTHZbXb 4.9 8

284
oδrμonHyonoxideHOxidδtionHμyH’olyoxometδlδteU–upportedHsoldHzδnopδrtiπulδteHoδtδlystsfH
mπtivityTH–tδμilityTHδndH—emperδtureUHpependentHmπtivδtionH’ropertiesVHAngewandteiChemieTH2018TH
Y[XTHYa[eUYa][

3.6 15

283
oδrμonHyonoxideHOxidδtionHμyH’olyoxometδlδteU–upportedHsoldHzδnopδrtiπulδteHoδtδlystsfH
mπtivityTH–tδμilityTHδndH—emperδtureUHpependentHmπtivδtionH’ropertiesVHAngewandteiChemieixi
InternationaliEditionTH2018THacTHYaZ[UYaZc

16.4 17

282 olδrifiπδtionHofHtheHinterδπtionHμetweenHmuHδtomsHδndHtheHδnδtδseH—iOZHPYYZQHsurfδπeHusingHdensityH
funπtionδlHtheoryVHSurfaceiScienceTH2018THbcXTHZ[U[Z 1.8 9

281
qstimδtionHofHspinHπontδminδtionHerrorHinHdissoπiδtiveHδdsorptionHofHmuZHontoHygOPXHXHYQHsurfδπefH
rirstHδppliπδtionHofHδpproximδteHspinHprojeπtionHPm’QHmethodHtoHplδneHwδveHμδsisVHChemicaliPhysicsi
LettersTH2018THcXYTHYX[UYXd

2.5 19

280 mdsorptionHδndHthermδlHreδπtivityHofHdimethylHtrisulfideHonHδHmuPYYYQHsingleUπrystδlHsurfδπeVHSurfacei
ScienceTH2018THbccTHYdbUYeZ 1.8 2

279 —owδrdHδHtrδnslδtionδlHmoleπulδrHrδtπhetfHfδπeUseleπtiveHtrδnslδtionHπoinπidentHwithHdeuterδtionHinHδH
pseudoUrotδxδneVHScientificiReportsTH2018THdTHdeaX 4.9 12

278 —iOZHorystδlH–truπtureHpependenπeHofHxowUtemperδtureHoOHOxidδtionHoδtδlyzedHμyHmuW—iOZVH
ChemistryiLettersTH2018TH]cTHZXXUZX[ 1.7 6

277 muHmtomHpiffusionsHonH”eduπedHδndHolUmdsorμedH”utileH—iOZPYYXQH–urfδπesfHmHpr—HSH H–tudyVH
ExJournaliofiSurfaceiScienceiandiNanotechnologyTH2018THYbTHZbcUZc[ 0.7 0

276 mutomδtedH–eδrπhHofHyinimumHrreeUqnergyH’δthHμyH mμrellδHuntegrδtionVHJournaliofiComputationali
ChemistryTH2018TH[eTHYeY[UYeZY 3.5 3

275 mutomδtedHqxplorδtionHofHrreeHqnergyHxδndsπδpesHnδsedHonH mμrellδHuntegrδtionVHInternationali
JournaliofiMoleculariSciencesTH2018THYeTH 6.3 7

274 —heoretiπδlHunvestigδtionHofH–urfδπeHOxidδtionHofHziOWmuHooreU–hellHoδtδlystVHExJournaliofiSurfacei
ScienceiandiNanotechnologyTH2018THYbTHZ]ZUZ]b 0.7 4

273 –eleπtiveHδdsorptionHofHYT[UdimethyltrisulfδneHPpy—–QHresponsiμleHforHδgedHodourHinHvδpδneseHsδkeH
usingHsupportedHgoldHnδnopδrtiπlesVHScientificiReportsTH2018THdTHYbXb] 4.9 2

272
”elδtiveHstδμilityHμetweenHtheHmδngδneseHhydroxideUHδndHoxoUmodelsHforHwδterHoxidδtionHμyHoo–pTH
py”sHom–ouTHom––orTHom–’—ZHδndHom–pr—HmethodsgHumportδnπeHofHstδtiπHδndHdynδmiπδlHeleπtronH
πorrelδtionHeffeπtsHforHOqoHofH’–uuVHChemicaliPhysicsiLettersTH2018THcXaTHdaUeY

2.5 8

271 ’otentiδlHofH—itδniδUπoveredHmgHoδtδlystsHforHzOxH”eduπtionfHmHpr—H–tudyVHChemistryiLettersTH2017TH
]bTH]abU]ae 1.7 14

270
—heoretiπδlHolδrifiπδtionHofHtheHooexistenπeHofHolHqffeπtsHonHmuW—iOZfH—heHunterδπtionHμetweenHmuH
olustersHδndHtheH—iOZH–urfδπeTHδndHtheHmggregδtionHofHmuHolustersHonHtheH—iOZH–urfδπeVHBulletiniofi
theiChemicaliSocietyiofiJapanTH2017THeXTHaXbUaYe

5.1 14

269 mssessmentHofHsemiUempiriπδlHmoleπulδrHorμitδlHπδlπulδtionsHforHdesπriμingHmδgnetiπHinterδπtionsVH
PolyhedronTH2017THY[bTHaZUac 2.7 6

268 mμHinitioHπomputδtionsHofHzeroUfieldHsplittingHpδrδmetersHδndHeffeπtiveHexπhδngeHintegrδlsHforH
singleUmoleπuleHmδgnetsHPynHYZHUHδndHynHYYHorUδπetδteHπlustersQVHPolyhedronTH2017THY[bTHYaeUYbe 2.7 1

Mitsutaka Okumura
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267
pensityHfunπtionδlHstudyHofHtheHmδgnetoUstruπturδlHπorrelδtionsHofHmδngδneseHπomplexesTH
öynZOZtHPsδlpnQZ]SPZâ��QHPniHXâ��ZQHfromHtheHviewpointHofHtheHprotonδtionHmodesHofHtheHμridgingH
oxygenHδnionsVHPolyhedronTH2017THY[bTHYXZUYXe

2.7 1

266 tighHzOxH”eduπtionHmπtivityHofHδnH ltrδthinH×irπoniδHrilmHooveringHδHouH–urfδπefHmHpr—H–tudyVH
CatalysisiLettersTH2017THY]cTHYdZcUYd[[ 2.8 16

265 “uδntumHmeπhδniπsHstudyHonHsynthetiπHmodelHofHπopperUπontδiningHquerπetinHZT]UdioxygenδseVH
PolyhedronTH2017THY[bTH]aUaY 2.7 0

264  zOHpy”sHom–ouHπδlπulδtionsHofHeffeπtiveHexπhδngeHintegrδlsHforHmUphenyleneUμisUmethyleneHspinH
πlustersVHMoleculariPhysicsTH2017THYYaTHZYa]UZYbc 1.7 2

263 qffeπtsHofHhδlogensHonHinterδπtionsHμetweenHδHreduπedH—iOHZHPYYXQHsurfδπeHδndHnoμleHmetδlHδtomsfH
mHpr—HstudyVHAppliediSurfaceiScienceTH2017TH]YYTHY]eUYbZ 6.7 14

262 —heoretiπδlHstudyHonHrelδtionshipHμetweenHspinHstruπtureHδndHeleπtronHπonduπtivityHofH
oneUdimensionδlHtriUniπkelPuuQHπomplexVHPolyhedronTH2017THY[bTHYZaUY[Y 2.7 6

261 ohlorideUfreeHδndHwδterUsoluμleHmuHπomplexHforHprepδrδtionHofHsupportedHsmδllHnδnopδrtiπlesHμyH
impregnδtionHmethodVHJournaliofiCatalysisTH2017TH[a[THc]UdX 7.3 9

260
rullUvδlenπeHdensityHmδtrixHrenormδlisδtionHgroupHπδlπulδtionsHonHmetδUμenzyneHμδsedHonH
unrestriπtedHnδturδlHorμitδlsVH”evisitHofHseδmlessHπontinuδtionHfromHμrokenUsymmetryHtoH
symmetryUδdδptedHmodelsHforHdirδdiπδlsVHMoleculariPhysicsTH2017THYYaTHZZbcUZZd]

1.7 11

259 VδlenπeHunterπonversionHofHOπtδhedrδlHziπkelPuuWuuuWuVQHoentersVHAngewandteiChemieixiInternationali
EditionTH2017THabTHY[cbZUY[cbb 16.4 13

258 VδlenπeHunterπonversionHofHOπtδhedrδlHziπkelPuuWuuuWuVQHoentersVHAngewandteiChemieTH2017THYZeTHY[eaXUY[ea]3.6 4

257 —heoretiπδlHunvestigδtionHforHteterojunπtionHqffeπtsHinH’olymerUstδμilizedHmuHzδnoπlusterHoδtδlysisfH
pifferenπeHinHoδtδlytiπHmπtivityHμetweenHmuf’V’HδndHmuf’mmVHChemistryiLettersTH2016TH]aTH[]]U[]b 1.7 10

256 —heoretiπδlH–tudiesHonHtheHyδgnetiπHδndHoonduπtiveH’ropertiesHofHorystδlsHoontδiningHOpenU–hellH
—rioxotriδnguleneH”δdiπδlsVHBulletiniofitheiChemicaliSocietyiofiJapanTH2016THdeTH[YaU[[[ 5.1 13

255 mdvδnπesHinHsoldHoδtδlysisHδndH nderstδndingHtheHoδtδlytiπHyeπhδnismVHChemicaliRecordTH2016THYbTHZZcdUZZe[6.6 41

254 mdvδnπesHinHpolymerUstδμilizedHmuHnδnoUπlusterHπδtδlysisHfHunterplδyHofHtheoretiπδlHπδlπulδtionsHδndH
experimentsVHChineseiJournaliofiCatalysisTH2016TH[cTHYaddUYae[ 11.3 3

253 unterplδyHofHtheoretiπδlHπδlπulδtionsHδndHexperimentsHforHδHstudyHofHπδtδlysisHμyHgoldVHCatalysisi
TodayTH2016THZaeTHdYUdb 5.3 20

252 pr—HstudyHofHπδtδlytiπHδπtivityHofHδnHultrδthinH—iOZPYYXQHlδyerHπoveringHmuPYYZQfHOZHδπtivδtionTHoOH
oxidδtionTHδndHreplδπingHmuHwithHmgVHCatalysisiCommunicationsTH2016THccTHceUdZ 3.2 13

251 xineδrH”esponseHrunπtionHofHnondUOrderVHInternationaliJournaliofiMoleculariSciencesTH2016THYcTH 6.3 1

250 orystδllineUmmorphousUorystδllineH—rδnsformδtionHinHδHtighlyHnrilliδntHxuminesπentH–ystemHwithH
—rigonδlU’lδnδrHsoldPuQHoentersVHScientificiReportsTH2016THbTHZbXXZ 4.9 15

(2016-2017)
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249 oomputδtionδlH–tudyHofHoδtδlytiπH”eδπtionHofH“uerπetinHZT]UpioxygenδseVHJournaliofiPhysicali
ChemistryiBTH2015THYYeTHbeaZUbZ 3.4 13

248 pr—HδndH—pUpr—HstudiesHofHeleπtroniπHstruπturesHδndHoneUeleπtronHexπitδtionHstδtesHofHδH
πyδnideUμridgedHmoleπulδrHsquδreHπomplexVHInorganiciChemistryiFrontiersTH2015THZTHccYUcce 6.8 14

247 mHoδreerHinHoδtδlysisfHyδsδtδkeHtδrutδVHACSiCatalysisTH2015THaTH]beeU]cXc 13.1 60

246 —heoretiπδlHinvestigδtionHforHisomerizδtionHofHδllyliπHδlπoholsHoverHmubHπlusterVHGoldiBulletinTH2015TH
]dTH[YU[c 1.6 3

245 pensityHrunπtionδlH—heoryH–tudyHofHmπtiveHOxygenHδtHtheH’erimeterHofHmuW—iOZHoδtδlystsVHJournaliofi
PhysicaliChemistryiCTH2015THYYeTHZaeXcUZaeYb 3.8 34

244 zeδrsightednessUrelδtedHindiπesHofHfiniteHsystemsHμδsedHonHlineδrHresponseHfunπtionfH
oneUdimensionδlHπδsesVHMoleculariPhysicsTH2015THYUe 1.7 1

243 –ynthesisHδndHπδtδlytiπHδπtivityHofHπrownHjewelUstruπturedHPur’dQWmuHtrimetδlliπHnδnoπlustersVH
AdvancediMaterialsTH2015THZcTHY[d[Ud 24 35

242 xineδrHresponseHfunπtionHofHtheHyδyerHμondHorderfHδnHindiπδtorHtoHdesπriμeHintrinsiπHπhemiπδlH
reδπtivityHofHmoleπulesVHMoleculariPhysicsTH2015THYY[TH[[bU[]Y 1.7 3

241 —heoryHofHπhemiπδlHμondsHinHmetδlloenzymesH··fHmδgnetoUstruπturδlHπorrelδtionsHinHtheHoδyn]OaH
πlusterHinHoxygenUevolvingHπomplexHofHphotosystemHuuVHMoleculariPhysicsTH2015THYUZd 1.7 4

240
—heoretiπδlH–tudyHofHqleπtroniπH’ropertiesHofH’henδlenylH”δdiπδlHδndH×ethreneHpirδdiπδlH–peπiesfH
’ossiμilityHofH—ripletHOxygenHmdsorptionHontoHsrδpheneH–urfδπeVHBulletiniofitheiChemicaliSocietyiofi
JapanTH2015THddTHY]eUYbY

5.1 8

239 —heoretiπδlHunvestigδtionHonHtheHmuUmnπhorH–iteHinH’hosphδteUpopedHmuWmlZO[HoδtδlystsVHExJournali
ofiSurfaceiScienceiandiNanotechnologyTH2015THY[TH[dXU[d] 0.7 5

238 pr—H–tudyHofHoOHOxidδtionHoδtδlyzedHμyHmuW—iOZfHmπtivityHofH–mδllHolustersVHExJournaliofiSurfacei
ScienceiandiNanotechnologyTH2015THY[THYZeUY[] 0.7 11

237 “yWyyHstudyHofHhydrolysisHofHδrginineHπδtδlysedHμyHδrginδseVHMoleculariPhysicsTH2015THYUe 1.7 2

236 mππurδteHstδndδrdHhydrogenHeleπtrodeHpotentiδlHδndHδppliπδtionsHtoHtheHredoxHpotentiδlsHofH
vitδminHoHδndHzmpWzmptVHJournaliofiPhysicaliChemistryiATH2015THYYeTH[beUcb 2.8 76

235 msymmetriπHdinuπleδrHμisPdipyrrinδtoQzinπPuuQHπomplexesfHμroδdHδμsorptionHδndHunidireπtionδlH
quδntitδtiveHexπitonHtrδnsmissionVHChemicaliCommunicationsTH2014THaXTHaddYU[ 5.8 27

234 pr—HstudyHofHoOHoxidδtionHoverHmuW—iOZPYHYHXQfH—heHextentHofHtheHreδπtiveHperimeterHzoneVHChemicali
PhysicsiLettersTH2014THbYXUbYYTHcbUdY 2.5 20

233 oolloidδlHmuHsingleUδtomHπδtδlystsHemμeddedHonH’dHnδnoπlustersVHJournaliofiMaterialsiChemistryiATH
2014THZTHY[]edUY[aXd 13 51

232 —heoryHofHπhemiπδlHμondsHinHmetδlloenzymesH·u·fHlδμileHmδngδneseHoxygenHμondsHofHtheHoδyn]OaH
πlusterHinHoxygenHevolvingHπomplexHofHphotosystemHuuVHMoleculariPhysicsTH2014THYYZTH]daUaXc 1.7 16

Mitsutaka Okumura
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231 pr—HδndHpr—UpHstudiesHonHmoleπulδrHstruπtureHofHdouμleUdeπkerHphthδloπyδninδtoUterμiumPuuuQH
πomplexVHMoleculariPhysicsTH2014THYYZTHeeaUYXXY 1.7 13

230
’repδrδtionHofHmgπoreWmushellHμimetδlliπHnδnopδrtiπlesHfromHphysiπδlHmixturesHofHmuHπlustersHδndH
mgHionsHunderHdδrkHπonditionsHδndHtheirHπδtδlytiπHδπtivityHforHδeroμiπHgluπoseHoxidδtionVHJournaliofi
AlloysiandiCompoundsTH2014THadbTH]bZU]bd

5.7 18

229
nistδμleHmultifunπtionδlityHδndHswitπhδμleHstrongHferromδgnetiπUtoUδntiferromδgnetiπHπouplingHinHδH
oneUdimensionδlHrhodiumPuQUsemiquinonδtoHπomplexVHJournaliofitheiAmericaniChemicaliSocietyTH
2014THY[bTHcXZbU[c

16.4 30

228 —heoretiπδlHunvestigδtionHonHtheHOptiπδlH’ropertiesHofHpiphosphineUproteπtedHmudHolusterH
oomplexesVHChemistryiLettersTH2014TH][THddXUddZ 1.7 1

227 rormδtionHofHsoldHolustersHonHxδâ��ziHyixedHOxidesHδndHutsHoδtδlytiπH’erformδnπeHforHusomerizδtionH
ofHmllyliπHmlπoholsHtoH–δturδtedHmldehydesVHChemistryiLettersTH2014TH][THY[bdUY[cX 1.7 7

226 —heHtrδnslδtionHelongδtionHfδπtorHeqrZHisHδHnovelHtumorUδssoπiδtedHδntigenHoverexpressedHinH
vδriousHtypesHofHπδnπersVHInternationaliJournaliofiOncologyTH2014TH]]THY]bYUe 4.4 43

225 —heoretiπδlHinvestigδtionHonHneδrsightednessHofHfiniteHmodelHδndHmoleπulδrHsystemsHμδsedHonH
lineδrHresponseHfunπtionHδnδlysisVHMoleculesTH2014THYeTHY[[adUc[ 4.8 3

224 pr—HπδlπulδtionsHforHmuHδdsorptionHontoHδHreduπedH—iOZHPYYXQHsurfδπeHwithHtheHπoexistenπeHofHolVH
MoleculariPhysicsTH2014THYYZTH[baU[cd 1.7 14

223 pr—HπδlπulδtionsHforHδeroμiπHoxidδtionHofHδlπoholsHoverHneutrδlHmubHπlusterVHMoleculariPhysicsTH2014TH
YYZTH[daU[eZ 1.7 13

222 rδπileH’repδrδtionHofHYTaUpiδzδπyπlooπtδnesHfromH nsδturδtedHuminesfHqffeπtsHofHtheHtydroxylH
sroupsHonHö]S]]HpimerizδtionVHSynlettTH2014THZaTHYXZbUYX[X 2.2 15

221
oomμinδtionHofHδpproximδteHspinUprojeπtionHδndHspinUrestriπtedHπδlπulδtionsHμδsedHonHOzuOyH
methodHforHgeometryHoptimizδtionHofHlδrgeHμirδdiπδlHsystemsVHInternationaliJournaliofiQuantumi
ChemistryTH2013THYY[THZeXUZea

2.1 5

220 —heoretiπδlHinvestigδtionHforHtheHstδμilityHofHtheHπonπδveUμoundHπyπlopentδdienylHironHπomplexHofH
sumδneneVHInternationaliJournaliofiQuantumiChemistryTH2013THYY[TH][cU]]Z 2.1 7

219 xineδrHresponseHfunπtionHδpproδπhHforHtheHμoundδryHproμlemHofH“yWyyHmethodsVHInternationali
JournaliofiQuantumiChemistryTH2013THYY[TH[[bU[]Y 2.1 4

218
rullHgeometryHoptimizδtionsHofHtheHmixedUvδlenπeHoδyn]O]·PtZOQ]HP·iOtHorHOQHπlusterHinHOqoHofH
’–HuufHpegreeHofHsymmetryHμreδkingHofHtheHlδμileHynU·UynHμondHreveδledHμyHseverδlHhyμridHpr—H
πδlπulδtionsVHInternationaliJournaliofiQuantumiChemistryTH2013THYY[THaZaUa]Y

2.1 58

217
—heHnδtureHofHπhemiπδlHμondsHofHtheHoδyn]OaHπlusterHinHoxygenHevolvingHπomplexHofHphotosystemH
uufHvδhnU—ellerHdistortionHδndHitsHsuppressionHμyHoδHdopingHinHπuμδneHstruπturesVHInternationali
JournaliofiQuantumiChemistryTH2013THYY[TH]a[U]c[

2.1 59

216
zovelHformδtionHofHmgWmuHμimetδlliπHnδnopδrtiπlesHμyHphysiπδlHmixtureHofHmonometδlliπH
nδnopδrtiπlesHinHdispersionsHδndHtheirHδppliπδtionHtoHπδtδlystsHforHδeroμiπHgluπoseHoxidδtionVH
LangmuirTH2013THZeTHYX[[XUe

4 57

215 ·UrδyHmδgnetiπHπirπulδrHdiπhroismHinvestigδtionHofHtheHeleπtronHtrδnsferHphenomenδHresponsiμleHforH
mδgnetiπHswitπhingHinHδHπyδnideUμridgedHöoore]HπhδinVHInorganiciChemistryTH2013THaZTHY[eabUbZ 5.1 17

214 —heoretiπδlHstudiesHofHeleπtroniπHstruπturesTHmδgnetiπHpropertiesHδndHeleπtronHπonduπtivitiesHofH
oneUdimensionδlHziPnQHPnHiH[THaTHcQHπomplexesVHDaltoniTransactionsTH2013TH]ZTHYbZXXUd 4.3 15

(2013-2014)
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213 mesoUmlkynylHnOpu’ÅsfHstruπtureTHphotopropertiesTHˇ�UextensionTHδndHmδnipulδtionHofHfrontierH
orμitδlsVHChemistryixianiAsianiJournalTH2013THdTHcZ[Uc 4.5 21

212
—heoryHofHπhemiπδlHμondsHinHmetδlloenzymesH·VuuuVHumportδnπeHofHmixedUvδlenπeHπonfigurδtionsHforH
ynaOaTHoδyn]OaHδndHoδZyn[OaHπlustersHreveδledHμyH n[xÅ’HπomputδtionsVHmHμioUinspiredH
strδtegyHforHδrtifiπiδlHphotosynthesisVHPolyhedronTH2013THacTHY[dUY]e

2.7 8

211
’hotophysiπδlHpropertiesHofHmonoUHδndHdiUnuπleδrHplδtinumPuuQHπomplexesHwithHtheHtridentδteHligδndH
ZUphenylUbUPYtUpyrδzolU[UylQUpyridinefHmHpr—HδndH—ppr—HstudyVHJournaliofiOrganometalliciChemistryTH
2013THc][THYb[UYbe

2.3 13

210 pr—HπδlπulδtionsHforHπhlorineHeliminδtionHfromHπhlorineUδdsorμedHgoldHπlustersHμyHhydrogenVH
ChemicaliPhysicsiLettersTH2013THaceTHe]Uee 2.5 9

209
”eprintHofHâ��—heoryHofHπhemiπδlHμondsHinHmetδlloenzymesH·VuuuVHumportδnπeHofHmixedUvδlenπeH
πonfigurδtionsHforHynaOaTHoδyn]OaHδndHoδZyn[OaHπlustersHreveδledHμyH n[xÅ’HπomputδtionsVHmH
μioUinspiredHstrδtegyHforHδrtifiπiδlHphotosynthesisâ��VHPolyhedronTH2013THbbTHZd[UZe[

2.7

208 —heoryHofHπhemiπδlHμondsHinHmetδlloenzymesH·VuVHOxygenHδπtivδtionHμyHhighUvδlentHtrδnsitionHmetδlH
ionsHinHnδtiveHδndHδrtifiπiδlHsystemsVHPolyhedronTH2013THbbTHZZdUZ]] 2.7 7

207 pr—HπδlπulδtionsHofHeffeπtiveHexπhδngeHintegrδlsHδtHtheHπompleteHμδsisHsetHlimitHonHoxoUvδnδdiumH
ringHπomplexVHPolyhedronTH2013THbbTHecUYXY 2.7 6

206 mHquδntumHπhemiπδlHstudyHonHpolymerizδtionHπδtδlystsHforHpolyestersfHoδtδlytiπHperformδnπeHofH
πhelδtedHπomplexesHofHtitδniumVHPolymerTH2013THa]TH[ZecU[[Xa 3.9 8

205 ˇ�UoonjugδtedHtrinuπleδrHgroupUeHmetδllδdithiolenesHwithHδHtriphenyleneHμδπkμoneVHInorganici
ChemistryTH2013THaZTHc]YYUb 5.1 22

204
mHpensityHrunπtionδlH—heoryHnδsedH’rotoπolHtoHoomputeHtheH”edoxH’otentiδlHofH—rδnsitionHyetδlH
oomplexHwithHtheHoorreπtionHofH’seudoUoounterionfHsenerδlH—heoryHδndHmppliπδtionsVHJournaliofi
ChemicaliTheoryiandiComputationTH2013THeTHZec]UdX

6.4 29

203 orownHvewelHπδtδlystfHtowHneighμoringHδtomsHδffeπtHtheHπδtδlytiπHδπtivityHofHtopHmuHδtomskVHJournali
ofiCatalysisTH2013TH[XaTHcUYd 7.3 40

202 piffuseH noππupiedHyoleπulδrHOrμitδlHofH”uμreneHoδusingHumδgeU’otentiδlH–tδteHyediδtedH
qxπitδtionVHJournaliofiPhysicaliChemistryiCTH2013THYYcTHZXXedUZXYX[ 3.8 19

201 oonsistentHsπhemeHforHπomputingHstδndδrdHhydrogenHeleπtrodeHδndHredoxHpotentiδlsVHJournaliofi
ComputationaliChemistryTH2013TH[]THZYUb 3.5 30

200 qxtrδordinδryHmggregδtionHofHunorgδniπHmnionsHinHohirδlHyetδllosuprδmoleπulδrHuoniπHorystδlsVH
BulletiniofitheiChemicaliSocietyiofiJapanTH2013THdbTHeXdUeZX 5.1 39

199 mμHinitioHpr—HstudyHofHmδgnetoUstruπturδlHπorrelδtionHofHdinuπleδrHmixedUvδlenπeHynHπomplexesVH
JournaliofiPhysics:iConferenceiSeriesTH2013TH]ZdTHXYZX[a 0.3 1

198 towHtoHdetermineHμoundδriesHforH“yWyyHπδlπulδtionsfHmHguidelineHμδsedHonHlineδrHresponseH
funπtionHforHglutδthioneVHJournaliofiPhysics:iConferenceiSeriesTH2013TH]a]THXYZXaa 0.3 1

197 poesHn[xÅ’HπorreπtlyHdesπriμeHmδgnetismHofHmδngδneseHπomplexesHwithHvδriousHoxidδtionH
numμersHδndHvδriousHstruπturδlHmotifskVHChemicaliPhysicsiLettersTH2012THaYeUaZXTHY[]UY]X 2.5 8

196 mHquδntumHπhemiπδlHstudyHonHtheHthermδlHdegrδdδtionHreδπtionHofHpolyestersVHPolymeriDegradationi
andiStabilityTH2012THecTHe]YUe]c 4.7 7

Mitsutaka Okumura
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195 teterogeneousHoδtδlysisHμyHsoldVHAdvancesiiniCatalysisTH2012THaaTHYUYZb 2.4 113

194 ”oleHofHperferrylUoxoHoxidδntHinHδlkδneHhydroxylδtionHπδtδlyzedHμyHπytoπhromeH’]aXfHδHhyμridH
densityHfunπtionδlHstudyVHJournaliofiPhysicaliChemistryiBTH2012THYYbTH]cY[U[X 3.4 16

193 ’erformδnπeHofHtheHπoupledHπlusterHδndHpr—HmethodsHforHthroughUspδπeHmδgnetiπHinterδπtionsHofH
nitroxideHdimerVHChemicaliPhysicsiLettersTH2012THa]ZTHYeUZa 2.5 10

192 qleπtroniπHδndH–pinH–truπturesHofHtheHoδyn]OaPtZOQ]HolusterHinHOqoHofH’–uuH”efinedHtoHYVeHˆ�H·UrδyH
”esolutionVHAdvancesiiniQuantumiChemistryTH2012THb]THYZYUYdc 1.4 30

191 qffiπientHsynthesisHofHZTbTeUtriδzδμiπyπloö[V[VY]nonδnesHthroughHδmineUmediδtedHformδlHö]S]]H
reδπtionHofHunsδturδtedHiminesVHTetrahedroniLettersTH2012THa[THadeeUaeXZ 2 18

190 rluoresπentHδzδdipyrrinδtoHzinπPuuQHπomplexfHhyμridisδtionHwithHδHdipyrrinδtoHligδndVHDaltoni
TransactionsTH2012TH]YTHY]X[aUc 4.3 25

189
’ossiμleHmeπhδnismsHofHwδterHsplittingHreδπtionHμδsedHonHprotonHδndHeleπtronHreleδseHpδthwδysH
reveδledHforHoδyn]OaHπlusterHofH’–uuHrefinedHtoHYVeHˆ�H·UrδyHresolutionVHInternationaliJournaliofi
QuantumiChemistryTH2012THYYZTHZa[UZcb

2.1 63

188
—heoryHofHπhemiπδlHμondsHinHmetδlloenzymesVH·VuuVH–ymmetryHμreδkingHinHmδngδneseHπlusterH
struπturesHδndHπhδmeleoniπHmeπhδnismsHforHtheHOkOHμondHformδtionHofHwδterHsplittingHreδπtionVH
InternationaliJournaliofiQuantumiChemistryTH2012THYYZTHYZYUY[a

2.1 19

187
–truπtureHδndHreδπtivityHofHtheHmixedUvδlenπeHoδyn]OaPtZOQ]HδndHoδyn]O]POtQPtZOQ]HπlustersH
δtHoxygenHevolutionHπomplexHofHphotosystemHuuVHtyμridHpr—HP n[xÅ’HδndH ntδndtxÅ’QH
πδlπulδtionsVHInternationaliJournaliofiQuantumiChemistryTH2012THYYZTH[ZYU[][

2.1 46

186 mnHextremelyHμrightHheteroleptiπHμisPdipyrrinδtoQzinπPuuQHπomplexVHChemistryixianiAsianiJournalTH2012
THcTHeXcUYX 4.5 61

185 xoπδlityHδndHnonloπδlityHofHeleπtroniπHstruπturesHofHmoleπulδrHsystemsfH—owδrdH“yWyyHδndH
“yW“yHδpproδπhesH2012TH 2

184 —heoryHofHπhemiπδlHμondsHinHmetδlloenzymesHUHyδngδneseHoxidesHπlustersHinHtheHoxygenHevolutionH
πenterHUH2012TH 7

183 oδtδlytiπδllyHhighlyHδπtiveHtopHgoldHδtomHonHpδllδdiumHnδnoπlusterVHNatureiMaterialsTH2011THYYTH]eUaZ 27 486

182
yodifiπδtionHofHyOrHπδtδlystsHμyHmδnipulδtionHofHπounterUionsfHexperimentδlHδndHtheoretiπδlH
studiesHofHphotoπhemiπδlHhydrogenHproduπtionHfromHwδterHoverHmiπroporousHdirutheniumHPuuTHuuuQH
πoordinδtionHpolymersVHSupramoleculariChemistryTH2011THZ[THZdcUZeb

1.8 29

181 qleπtronHoonduπtivityHinHyodifiedHyodelsHofHmrtifiπiδlHyetδlâ��pzmH singHsreenâ��sHrunπtionUnδsedH
qlδstiπH–πδtteringH—heoryVHBulletiniofitheiChemicaliSocietyiofiJapanTH2011THd]TH[bbU[ca 5.1 7

180 yiπro”zmUmediδtedHdownregulδtionHofHm—O”Wrsr”[HπontrolsHtumorHgrowthHinduπedHμyH
–rπUrelδtedHonπogeniπHpδthwδysVHOncogeneTH2011TH[XTH[]deUaXY 9.2 87

179 —heoretiπδlHstudyHofHintrδUHδndHinterUπhδinHmδgnetiπHinterδπtionsHinHöziPπhxnQZnr]nrZVHPolyhedronTH
2011TH[XTH[YYbU[YZX 2.7 6

178 oontinuousHoptimizδtionHmethodsHforHgroundUstδteHseδrπhesHofHspinHπlustersVHPolyhedronTH2011TH[XTH[ZYdU[ZZ[2.7

(2011-2012)
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177 —heoretiπδlHstudyHonHsingletHoxygenHδdsorptionHontoHsurfδπeHofHgrδpheneUlikeHδromδtiπH
hydroπδrμonHmoleπulesVHPolyhedronTH2011TH[XTH[Z]eU[Zaa 2.7 8

176 mμHinitioHstudyHofHmδgnetiπHinterδπtionsHofHmδngδneseUoxideHπlustersVHPolyhedronTH2011TH[XTH[ZabU[ZbY 2.7 16

175 —heoretiπδlHstudiesHofHdâ��dHδndHdâ��ˇ�â��dHmδgnetiπHinterδπtionsHinHPqp—U——rVOQZrenr]HπrystδlsVH
PolyhedronTH2011TH[XTH[Zd]U[ZeY 2.7 3

174 —heoretiπδlHstudiesHofHhostâ��guestHinterδπtionHinHtheHπδvityHofHtheHnδnoporousHö”hZμzδ]pyz]nH
πrystδlVHPolyhedronTH2011TH[XTH[ZeZU[Zec 2.7

173 –ingletâ��tripletHenergyHgδpHforHtrimethylenemethδneTHoxyδllylHdirδdiπδlTHδndHrelδtedHspeπiesfHsingleUH
δndHmultireferenπeHπomputδtionδlHresultsVHTheoreticaliChemistryiAccountsTH2011THY[XTHc[eUc]d 1.9 30

172
–ymmetryHδndHμrokenHsymmetryHinHmoleπulδrHorμitδlHdesπriptionHofHunstδμleHmoleπulesHuVfH
πompδrisonHμetweenHsingleUHδndHmultiUreferenπeHπomputδtionδlHresultsHforHδntiδromtiπHmoleπulesVH
TheoreticaliChemistryiAccountsTH2011THY[XTHc]eUcb[

1.9 36

171 xδμileHeleπtroniπHδndHspinHstδtesHofHtheHoδyn]OaHπlusterHinHtheH’–uuHsystemHrefinedHtoHtheHYVeHˆ�H
·UrδyHresolutionVH n[xÅ’HπomputδtionδlHresultsVHChemicaliPhysicsiLettersTH2011THaXbTHedUYX[ 2.5 63

170 ’otentiδlHenergyHπurveHforHringUopeningHreδπtionsfHπompδrisonHμetweenHμrokenUsymmetryHδndH
multireferenπeHπoupledHπlusterHmethodsVHJournaliofiPhysicaliChemistryiATH2011THYYaTHabZaU[Y 2.8 12

169 —heoretiπδlHstudiesHonHtheHstruπturδlHδndHmδgnetiπHpropertyHofHδrginδseHδπtiveHsiteVHSupramoleculari
ChemistryTH2011THZ[THZZUZd 1.8 3

168 —heoretiπδlHstudyHofHδμsorptionHspeπtrumHofHdirhodiumHtetrδπδrμoxylδteHπomplexH
ö”hZPot[oOOQ]PtZOQZ]HinHδqueousHsolutionHrevisitedVHSupramoleculariChemistryTH2011THZ[TH[ZeU[[b 1.8 6

167 –tδμleHpispersionsHofH’V’U’roteπtedHmuW’tWmgH—rimetδlliπHzδnopδrtiπlesHδsHtighlyHmπtiveHoolloidδlH
oδtδlystsHforHmeroμiπHsluπoseHOxidδtionVHJournaliofiPhysicaliChemistryiCTH2011THYYaTHY]dd[UY]deY 3.8 77

166  niqueHstruπturδlHδndHeleπtroniπHfeδturesHofHperferrylUoxoHoxidδntHinHoytoπhromeH’]aXVHJournaliofi
PhysicaliChemistryiBTH2011THYYaTHYXc[XUd 3.4 23

165 nrokenUsymmetryHnδturδlHorμitδlHPn–zOQâ��ykUy”ooHstudyHonHtheHexπhδngeHπouplingHinHtheH
μinuπleδrHπopperPuuQHπompoundsVHChemicaliPhysicsiLettersTH2011THaXaTHYYUYa 2.5 20

164
’ossiμleHmeπhδnismsHforHtheHOâ��OHμondHformδtionHinHoxygenHevolutionHreδπtionHδtHtheH
oδyn]OaPtZOQ]HπlusterHofH’–uuHrefinedHtoHYVeˆ�H·UrδyHresolutionVHChemicaliPhysicsiLettersTH2011TH
aYYTHY[dUY]a

2.5 91

163 mHquδntumHπhemiπδlHstudyHonHtheHpolyπondensδtionHreδπtionHofHpolyestersfH—heHmeπhδnismHofH
πδtδlysisHinHtheHpolyπondensδtionHreδπtionVHPolymerTH2011THaZTH[]][U[]aX 3.9 17

162 —heoretiπδlHstudiesHonHtheHeleπtroniπHstruπtureHofHtheHsynthetiπHπomplexHofHsoluμleH
methδnemonooxygenδseHintermediδteH“VHSupramoleculariChemistryTH2011THZ[THd[Udc 1.8 2

161 yky”ooTHm’ ooTHm’ npHπδlπulδtionsHofHdidehydronδtedHspeπiesfHπompδrisonHδmongHπδlπulδtedH
throughUμondHeffeπtiveHexπhδngeHintegrδlsHforHdirδdiπδlsVHMoleculariPhysicsTH2010THYXdTHZa[[UZa]Y 1.7 10

160
”einvestigδtionHofHtheHreδπtionHofHethyleneHδndHsingletHoxygenHμyHtheHδpproximδteHspinHprojeπtionH
methodVHoompδrisonHwithHmultireferenπeHπoupledUπlusterHπδlπulδtionsVHJournaliofiPhysicaliChemistryi
ATH2010THYY]THcebcUc]

2.8 37
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159 yultireferenπeHπhδrδπterHofHYT[UdipolδrHπyπloδdditionHofHozoneHwithHethyleneHδndHδπrylonitrileVH
JournaliofiPhysicaliChemistryiATH2010THYY]THYZYYbUZ[ 2.8 22

158 yky”ooTHm’ ooHδndHm’ npHδpproδπhesHtoHYTnUdidehydropolyeneHdirδdiπδlsfHtheHnδtureHofH
throughUμondHexπhδngeHinterδπtionsVHMoleculariPhysicsTH2010THYXdTHZaaeUZacd 1.7 11

157 tydrogenH’roduπtionHfromHWδterH singHzovelH—hreeUdimensionδlHunterpenetrδtedH×nâ��’dH
ooordinδtionH’olymerVHChemistryiLettersTH2010TH[eTHdcdUddX 1.7 15

156 ’hotoπδtδlytiπHtydrogenH’roduπtionHfromHWδterH singHteterogeneousH—woUdimensionδlH”hodiumH
ooordinδtionH’olymerHö”hZPpUnpoQZ]nVHChemistryiLettersTH2010TH[eTH[adU[ae 1.7 42

155
—heoretiπδlH–tudyHonHtheHqleπtroniπHoonfigurδtionsHδndHzδtureHofHohemiπδlHnondsHofHpirhodiumH
—etrδδπetδtoHoomplexesHö”hZPot[oOOQ]PxQZ]HPxHiHtZOTHrreeQfHnrokenH–ymmetryHmpproδπhVHBulletini
ofitheiChemicaliSocietyiofiJapanTH2010THd[THY]dYUY]dd

5.1 8

154 mHμrokenUsymmetryHstudyHonHtheHδutomerizδtionHofHπyπloμutδdieneVHoompδrisonHwithH zOUHδndH
pzOUy”ooHmethodsVHChemicaliPhysicsiLettersTH2010TH]edTHZa[UZad 2.5 18

153 WhiπhHhyμridHssmHpr—HisHsuitδμleHforHouZOZHsystemsHifHtheHspinHπontδminδtionHerrorHisHremovedkVH
ChemicaliPhysicsTH2010TH[bdTHYUb 2.3 23

152
—heoretiπδlHstudiesHofHtheHeffeπtHofHorientδtionHofHligδndsHδndHspinHπontδminδtionHerrorHonHtheH
πhemiπδlHμondingHinHtheHreOZHπoreHinHoxymyogloμinVHComputationaliandiTheoreticaliChemistryTH2010
THea]THedUYX]

3

151 –equenπeUdependentHprotonUtrδnsferHreδπtionHinHstδπkedHsoHpδirHuuufH—heHinfluenπeHofHprotonH
trδnsferHtoHπonduπtivityVHInternationaliJournaliofiQuantumiChemistryTH2010THYYXTHZZZYUZZ[X 2.1 5

150 pr—HπδlπulδtionsHforHtheHheterojunπtionHeffeπtHμetweenHmetδlHπlustersHδndHtheHstδμilizerHmoleπulesVH
InternationaliJournaliofiQuantumiChemistryTH2010THYYXTHZeX[UZeYY 2.1 5

149 pevelopmentHofHδpproximδtelyHspinHprojeπtedHenergyHderivδtivesHforHμirδdiπδlHsystemsVH
InternationaliJournaliofiQuantumiChemistryTH2010THYYXTH[Xa[U[XbX 2.1 4

148  zOUHδndH xOUy”ooPykQTHm’U ooHδndHm’U npHδpproδπhesHtoHdirδdiπδlHsystemsVHInternationali
JournaliofiQuantumiChemistryTH2010THYYXTH[XYaU[XZb 2.1 15

147
—heoryHofHπhemiπδlHμondsHinHmetδlloenzymesVH·VVHxoπδlHsingletHδndHtripletHdirδdiπδlHmeπhδnismsHforH
rδdiπδlHπouplingHreδπtionsHinHtheHoxygenHevolutionHπomplexVHInternationaliJournaliofiQuantumi
ChemistryTH2010THYYXTH[YXYU[YZd

2.1 46

146
—heoryHofHπhemiπδlHμondsHinHmetδlloenzymesVH·uVVHoorrespondenπeHμetweenHmδgnetiπHπouplingH
modeHδndHrδdiπδlHπouplingHmeπhδnismHinHhydroxylδtionsHwithHmethδneHmonooxygenδseHδndHrelδtedH
speπiesVHInternationaliJournaliofiQuantumiChemistryTH2010THYYXTHZeaaUZedY

2.1 14

145
unstδμilityHunHohemiπδlHnondsfH noHoδsππTH”esonδtingH ππHmndHmpproximδtelyH’rojeπtedH ππH
yethodsH—oH“uδsiUpegenerδteHqleπtroniπH–ystemsVHChallengesiandiAdvancesiiniComputationali
ChemistryiandiPhysicsTH2010THbZYUb]d

0.7 1

144 mHkinetiπHstudyHonHtheHlowHtemperδtureHoxidδtionHofHoOHoverHmgUπontδminδtedHmuHfineHpowderVH
JournaliofiCatalysisTH2009THZbZTHZdXUZdb 7.3 34

143 tydrogenHpissoπiδtionHμyHsoldHolustersVHAngewandteiChemieTH2009THYZYTHebceUebdZ 3.6 53

142 tydrogenHdissoπiδtionHμyHgoldHπlustersVHAngewandteiChemieixiInternationaliEditionTH2009TH]dTHeaYaUd 16.4 253

(2009-2010)
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141 n–Hpr—HδndHn–Htpr—HstudiesHofHorkorHsextupleHμondHfromHtheHviewpointHofHeleπtronHπorrelδtionH
effeπtsVHInternationaliJournaliofiQuantumiChemistryTH2009THYXeTH[[YaU[[Z] 2.1 9

140
—heoryHofHπhemiπδlHμondsHinHmetδlloenzymesH·uuufH–ingletHδndHtripletHdirδdiπδlHmeπhδnismsHofH
hydroxylδtionsHwithHironUoxoHspeπiesHδndH’]aXHδreHrevisitedVHInternationaliJournaliofiQuantumi
ChemistryTH2009THYXeTH[cZ[U[c]]

2.1 9

139 qstimδtionHofHeffeπtiveHexπhδngeHintegrδlHvδlueHofHpolyrδdiπδlHsystemsHμδsedHonHtheHμδndH
πδlπulδtionVHInternationaliJournaliofiQuantumiChemistryTH2009THYXeTH[b[ZU[b]X 2.1 5

138
qxtendedHtδrtreeâ��roπkHtheoryHofHπhemiπδlHreδπtionsVHu·VHpirδdiπδlHδndHperepoxideHmeπhδnismsHforH
oxygenδtionsHofHethyleneHwithHmoleπulδrHoxygenHδndHironUoxoHspeπiesHδreHrevisitedVHInternationali
JournaliofiQuantumiChemistryTH2009THYXeTH[c]aU[cbb

2.1 12

137 mpproximδtelyHspinUprojeπtedHtessiδnHforHμrokenHsymmetryHmethodHδndHstretπhingHfrequenπiesHofH
rZHδndHsingletHOZVHInternationaliJournaliofiQuantumiChemistryTH2009THYXeTH[b]YU[b]d 2.1 11

136 —heoretiπδlHstudiesHonHπhemiπδlHμondingHμetweenHouPuuQHδndHoxygenHmoleπuleHinHtypeH[HπopperH
proteinsVHInternationaliJournaliofiQuantumiChemistryTH2009THYXeTH[b]eU[bad 2.1 9

135 ”esonδtingHπoupledUπlusterHouHδpproδπhHtoHionUrδdiπδlHsystemsfHoompδrisonHwithHtheHunrestriπtedH
πoupledUπlusterHδpproδπhVHInternationaliJournaliofiQuantumiChemistryTH2009THYXeTH[dYYU[dYd 2.1 7

134 mHresonδtingHμrokenUsymmetryHouHstudyHofHπδtioniπHstδtesHofHphenδlenylHdimeriπHπompoundsVH
PolyhedronTH2009THZdTHYbZdUYb[[ 2.7 4

133 —heoretiπδlHπδlπulδtionsHofHtheHpressureHeffeπtHforHtheH˛†UphδseHofHpUz’zzVHPolyhedronTH2009THZdTHYdedUYeXZ2.7 3

132 —heoretiπδlHstudiesHonHeleπtroniπHstruπturesHδndHmδgnetiπHinterδπtionsHofHw]ö’tZPpopQ]·]H´•HZtZOHP·H
iHolTHnrQHπomplexesVHPolyhedronTH2009THZdTHYbbdUYbcY 2.7 4

131 —heoretiπδlHstudiesHonHmδgnetiπHinterδπtionsHμetweenHouPuuQHionsHinHhydroxypyridoneHnuπleoμδsesVH
PolyhedronTH2009THZdTHYcY]UYcYc 2.7 9

130 —heoretiπδlHstudiesHonHmδgnetiπHinterδπtionsHμetweenHouPuuQHionsHinHsδlenHnuπleoμδsesVHPolyhedronTH
2009THZdTHYe]aUYe]e 2.7 12

129 —heoretiπδlHstudyHofHmδgnetiπHinterδπtionHμetweenHobXHδnionHrδdiπδlsVHPolyhedronTH2009THZdTHYcaXUYca[ 2.7 3

128 —heoretiπδlHπδlπulδtionsHofHmδgnetiπHpropertiesHofHtheH˛–UTH˛†UTH˛‡UHδndH˛·UphδsesHofHpUz’zzVHPolyhedron
TH2009THZdTHYcbdUYcca 2.7 2

127
—heoryHofHπhemiπδlHμondsHinHmetδlloenzymesH·uufHqleπtroniπHδndHspinHstruπturesHofHmetδlloâ��oxoHδndH
isoeleπtroniπHspeπiesHδndHspinHπrossoverHphenomenδHinHoxygenδtionHreδπtionsVHPolyhedronTH2009TH
ZdTHZX]]UZXaZ

2.7 8

126 “uδntumHdynδmiπHsimulδtionsHforHsingleHmoleπulδrHmδgnetsHusingHδnisotropiπHspinHmodelsVH
PolyhedronTH2009THZdTHZXeZUZXeb 2.7 5

125 —heoretiπδlHinvestigδtionHofHtheHinterδπtionHμetweenHoxygenHmoleπulesHδndHsmδllHmuHπlustersHusingH
δpproximδtelyHspinUprojeπtedHgeometryHoptimizδtionHPm’UoptQHmethodVHCatalysisiTodayTH2009THY][THZdZUZda5.3 18

124 —rδnsitionHstδteHoptimizδtionHμδsedHonHδpproximδteHspinUprojeπtionHPm’QHmethodVHChemicaliPhysicsi
LettersTH2009TH]d[THYbdUYcY 2.5 58

Mitsutaka Okumura
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123 —heoretiπδlHstudiesHonHsulfurHδndHmetδlHπδtionHPouPuuQTHziPuuQTH’dPuuQTHδndH’tPuuQQUπontδiningHδrtifiπiδlH
pzmVHJournaliofiPhysicaliChemistryiBTH2009THYY[THYZceXUa 3.4 8

122
–ynthesesTHstruπturesHδndHsolidUstδteHpropertiesHofHyy·HmixedUvδlenπeHπhδinsTH
öziPuuWuuuQZP”o–ZQ]u]infinityHP”HiHqtTHnU’rHδndHnUnuQfHevidenπeHofHδHspinU’eierlsHtrδnsitionVHInorganici
ChemistryTH2009TH]dTHbbdXUeY

5.1 43

121 –ymmetryHδndHμrokenUsymmetryHinHmoleπulδrHorμitδlHdesπriptionsHofHunstδμleHmoleπulesVH[VH—heH
nδtureHofHπhemiπδlHμondsHofHspinHfrustrδtedHsystemsVHJournaliofiPhysicaliChemistryiATH2009THYY[THYaZdYUec2.8 9

120 —heoretiπδlHinvestigδtionHofHthermδlHdeπompositionHofHperoxidizedHπoelenterδzinesHwithHδndH
withoutHexternδlHperturμδtionsVHJournaliofiPhysicaliChemistryiATH2009THYY[THYaYcYUdc 2.8 9

119 –pinHπontδminδtionHerrorHinHoptimizedHgeometryHofHsingletHπδrμeneHPPYQmYQHμyHμrokenUsymmetryH
methodVHJournaliofiPhysicaliChemistryiATH2009THYY[THYaX]YUb 2.8 57

118 unstδμilityHinHohemiπδlHnondsHfromHnrokenU–ymmetryH–ingleU”eferenπeHtoH–ymmetryUmdδptedH
yultireferenπeHmpproδπhesHtoH–tronglyHoorrelδtedHqleπtronH–ystemsH2009TH 7

117 —heoretiπδlHinvestigδtionHofHtheHmδgnetiπHinterδπtionsHofHzieHπomplexesVHJournaliofiPhysicali
ChemistryiATH2008THYYZTH]XZXUd 2.8 7

116 [’UYYYH—heoretiπδlHstudiesHonHtheHeleπtroniπHstruπtureHofHtheHδπtiveHsiteHofH—yrosinδseP—heH]bthH
mnnuδlHyeetingHofHtheHniophysiπδlH–oπietyHofHvδpδnQVHSeibutsuiButsuriTH2008TH]dTH–Y]] 0

115 pr—HstudiesHofHtheHπhδrδπteristiπsHofH’dâ��’tHπoreUshellHπlustersVHResearchioniChemicaliIntermediatesTH
2008TH[]THc[cUc]Z 2.8 4

114 zUμδndsHtuμμδrdHmodelsVHuVVHoompδrisonsHofHeleπtronUHorHholeUdopedHquδternδryHoxypiπtidesH
xδOy’nHsuperπonduπtorsHwithHπuprδtesVHInternationaliJournaliofiQuantumiChemistryTH2008THYXdTH[XYbU[X]Y2.1

113 pr—HstudyHforHtheHheterojunπtionHeffeπtHinHtheHpreπiousHmetδlHπlustersVHInternationaliJournaliofi
QuantumiChemistryTH2008THYXdTHZdddUZdea 2.1 3

112 —heoretiπδlHstudiesHonHeffeπtsHofHhydrogenHμondsHδttδπhingHtoHπysteineHligδndsHonH]reU]–HπlustersVH
InternationaliJournaliofiQuantumiChemistryTH2008THYXdTHZddYUZddc 2.1 21

111 —heoryHofHπhemiπδlHμondsHinHmetδlloenzymesH·ufHrullHgeometryHoptimizδtionHδndHviμrδtionHδnδlysisH
ofHporphyrinHironUoxoHspeπiesVHInternationaliJournaliofiQuantumiChemistryTH2008THYXdTHZeaXUZeba 2.1 4

110
—heoretiπδlHstudiesHonHtheHstruπtureHδndHeffeπtiveHexπhδngeHintegrδlHPvδμQHofHδnHδπtiveHsiteHinH
oxyhemoπyδninHPoxytπQHμyHusingHδpproximδtelyHspinUprojeπtedHgeometryHoptimizδtionHPm’UoptQH
methodVHChemicaliPhysicsiLettersTH2008TH]abTHcbUce

2.5 13

109 —heoretiπδlHinvestigδtionHofHtheHheteroUjunπtionHeffeπtHinH’V’UstδμilizedHmuY[HπlustersVH—heHroleHofH
’V’HinHtheirHπδtδlytiπHδπtivitiesVHChemicaliPhysicsiLettersTH2008TH]aeTHY[[UY[b 2.5 76

108 mpproximδtelyHspinUprojeπtedHgeometryHoptimizδtionHmethodHδndHitsHδppliπδtionHtoHdiUπhromiumH
systemsVHChemicaliPhysicsiLettersTH2007TH]]ZTH]]aU]aX 2.5 115

107 mssignmentsHofHtheHyˆ¶ssμδuerHspeπtrδHofHδnHinorgδniπHödreâ��c–]HπomplexHμδsedHonHtheH
firstUprinπipleHπδlπulδtionsVHChemicaliPhysicsiLettersTH2007TH]]bTHZZdUZ[Z 2.5 7

106 —heoretiπδlHstudiesHofHmδgnetiπHinterδπtionHofHorgδniπHˇ�UrδdiπδlsHonHgoldHπlusterHsurfδπeVHPolyhedron
TH2007THZbTHZYceUZYdZ 2.7 3

(2007-2009)
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105 —heoretiπδlHstudiesHonHferromδgnetiπHμehδviorHofHöorPoaPot[QaQZ]Sö—ozq]â��HδndH
öynPoaPot[QaQZ]Sö—oz“]â��VHPolyhedronTH2007THZbTHZY[aUZY]Y 2.7 9

104 —heoretiπδlHstudiesHonHrelδtionHδmongHstruπturesTHeleπtriπHstruπturesHδndHmδgnetiπHinterδπtionsHinH
yy·HπomplexesVHPolyhedronTH2007THZbTHZYa]UZYbX 2.7 9

103 —heoryHofHπhemiπδlHμondsHinHmetδlloenzymesHVufHyδngδneseâ��oxoHμondsHinHtheHphotosynthesisHuuH
systemVHPolyhedronTH2007THZbTHZZYbUZZZ] 2.7 45

102 mμHinitioHstudiesHonHtheHzeroUfieldHsplittingHpδrδmetersHofHmδngδneseHporphyrinHπomplexesVH
PolyhedronTH2007THZbTHZ[XeUZ[YZ 2.7 8

101 —heoretiπδlHstudiesHofHdâ��dHmδgnetiπHinterδπtionHinHorgδniπHsuperπonduπtorsVHPolyhedronTH2007THZbTHZ[X]UZ[Xd2.7 2

100 mHs–Oâ��tpr—HstudyHofHnonπollineδrHspinHstruπturesHofHöZreâ��Z–]HπlusterVHPolyhedronTH2007THZbTHZ[[aUZ[]Y 2.7 2

99 —heoretiπδlHstudiesHofHrδdiπδlHspinHδrrδngementsHinHtheHπδvityHofHnδnoUporousHπomplexesVH
PolyhedronTH2007THZbTHZ[bcUZ[c] 2.7 4

98 —heoryHofHπhemiπδlHμondsHinHmetδlloenzymesHuuufHrullHgeometryHoptimizδtionHδndHviμrδtionHδnδlysisH
ofHferredoxinUtypeHöZreâ��Z–]HπlusterVHInternationaliJournaliofiQuantumiChemistryTH2007THYXcTHYYbUY[[ 2.1 32

97 —heoryHofHπhemiπδlHμondsHinHmetδlloenzymesHuVfHtyμridUpr—HstudyHofH”ieskeUtypeHöZrekZ–]HπlustersVH
InternationaliJournaliofiQuantumiChemistryTH2007THYXcTHbXeUbZc 2.1 29

96 seometryHoptimizδtionHmethodHμδsedHonHδpproximδteHspinHprojeπtionHδndHitsHδppliπδtionHtoHrZTH
otZTHotZOOTHδndHδπtiveHsiteHofHureδseVHInternationaliJournaliofiQuantumiChemistryTH2007THYXcTH[Xe]U[YXZ2.1 22

95
—heoryHofHπhemiπδlHμondsHinHmetδlloenzymesVHu·VH—heoretiπδlHstudyHonHtheHδπtiveHsiteHofHtheH
riμonuπleotideHreduπtδseHδndHtheHrelδtedHspeπiesVHInternationaliJournaliofiQuantumiChemistryTH2007
THYXcTH[ZaXU[Zba

2.1 12

94 —heoryHofHπhemiπδlHμondsHinHmetδlloenzymesVHVuuVHtyμridUdensityHfunπtionδlHtheoryHstudiesHonHtheH
eleπtroniπHstruπturesHofH’]aXVHInternationaliJournaliofiQuantumiChemistryTH2007THYXdTHb[YUbaX 2.1 17

93 —heoretiπδlHstudyHofHtZOHδndHOZHδdsorptionHonHmuHsmδllHπlustersH2007TH]XTH]XU]] 41

92 —heoretiπδlH–tudyHofHtheHohδngeHinHtheHyδgnetismHδndHoonduπtivityHofHpiethylspiroμiphenδlenylVH
ChemistryiLettersTH2007TH[bTHYXXXUYXXY 1.7 2

91 mnδlytiπδlH—qyHoμservδtionHofHmuHnδnoUpδrtiπlesHonHπeriumHoxideVHCatalysisiTodayTH2006THYYcTHbZUbd 5.3 78

90 —heoretiπδlHoδlπulδtionsHofHyδgnetiπHunterδπtionsHinHrrustrδtedHmntiferromδgnetiπHolusterVH
MoleculariCrystalsiandiLiquidiCrystalsTH2006TH]aaTHY[aUY]Y 0.5 1

89 zUμδndHtuμμδrdHmodelsVHuuuVHnosonâ��fermionHδndHinterδπtionâ��μosonHmodelsHforHhighU—πH
superπonduπtivityVHInternationaliJournaliofiQuantumiChemistryTH2006THYXbTHYXaZUYXca 2.1 4

88 —heoryHofHπhemiπδlHμondsHinHmetδlloenzymesHVfHtyμridUpr—HstudiesHofHtheHinorgδniπHödreâ��c–]HπoreVH
InternationaliJournaliofiQuantumiChemistryTH2006THYXbTH[ZddU[[XZ 2.1 28

Mitsutaka Okumura

14



87 pr—HstudiesHofHinterδπtionHofHurHπlusterHwithHOZTHoOHδndHzOVHCatalysisiTodayTH2006THYYYTH[YYU[Ya 5.3 16

86 mHhyμridHdensityUfunπtionδlHstudyHofHtheHoneUdimensionδlHferromδgnetiπHorderingHofH
Pnp—mQöziPmntQZ]VHChemicaliPhysicsiLettersTH2006TH]ZXTH[ecU]XX 2.5

85 tyμridUdensityHfunπtionδlHstudyHofHmδgnetismHδndHligδndHπontrolHinHzieHπomplexesVHChemicaliPhysicsi
LettersTH2006TH]ZYTH]d[U]dc 2.5 19

84 mHgenerδlHδlgorithmHforHπδlπulδtionHofHteisenμergHexπhδngeHintegrδlsHvHinHmultispinHsystemsVH
ChemicaliPhysicsiLettersTH2006TH][ZTH[][U[]c 2.5 219

83 —hreeUdimensionδlHmesoporousHtitδnosiliπδtesHprepδredHμyHmodifiedHsolUgelHmethodfHudeδlHgoldH
πδtδlystHsupportsHforHenhδnπedHpropeneHepoxidδtionVHJournaliofiPhysicaliChemistryiBTH2005THYXeTH[eabUba3.4 97

82 mHquδntumHπhemiπδlHstudyHofHmδgnetiπHinterδπtionsHinHphenδzineHderivδtivesHforHπhemiπδlHorH
photoUinduπedHorgδniπHmδgnetsVHSyntheticiMetalsTH2005THYa]TH[ZYU[Z] 3.6 2

81 —heoretiπδlHstudiesHofHmδgnetiπHinterδπtionHinHˇ�UrδdiπδlHthiolHδndHsoldHhyμridHsystemsVHSynthetici
MetalsTH2005THYa]TH[Y[U[Yb 3.6 6

80 —heoretiπδlHstudiesHonHmδgnetiπHinterδπtionHinHoneUdimensionδlHounnrmHP–iYWZQHπhδinsVHSynthetici
MetalsTH2005THYa]TH[YcU[ZX 3.6

79 —heoretiπδlHstudiesHofHmδgnetiπHinterδπtionHinHorgδniπHˇ�UrδdiπδlHδndHgoldHπlusterHhyμridHsystemsVH
PolyhedronTH2005THZ]THZ[[XUZ[[b 2.7 7

78 —heoretiπδlHstudiesHonHdissoπiδtionHofHmetδlâ��πδrμonHμondHinHooμδlδminfHrormulδtionHδndH
πδlπulδtionVHPolyhedronTH2005THZ]THZc]aUZcaX 2.7 1

77 —heoretiπδlHstudiesHonHmδgnetiπHinterδπtionsHδndHπhδrgeUdopeHeffeπtsHinHoneUdimensionδlHziaHδndH
zicHπomplexesVHPolyhedronTH2005THZ]THZcaYUZcac 2.7 15

76 ’ossiμilitiesHofHmδgnetiπHmodifiπδtionsHofHpzmHwiresTHsheetsHδndHrelδtedHmδteriδlsVHPolyhedronTH
2005THZ]THZcadUZcbb 2.7 3

75 —heoretiπδlHstudiesHonHferrimδgnetiπHμehδviorHofH—ozqHδndHmδngδneseHporphyrinHdimerVHPolyhedron
TH2005THZ]THZcZXUZcZa 2.7 14

74 mHtheoretiπδlHstudyHofHzeroUfieldHsplittingHofHorgδniπHμirδdiπδlsVHPolyhedronTH2005THZ]THZcXdUZcYa 2.7 35

73 —heoretiπδlHstudyHonHtheHmδgnetiπHinterδπtionsHofHδπtiveHsiteHinHhemerythrinVHPolyhedronTH2005THZ]THZcXYUZcXc2.7 14

72 —heoretiπδlHstudiesHonHmδgnetiπHinterδπtionsHμetweenHziPuuQHionsHinHureδseVHPolyhedronTH2005THZ]THZccdUZcd[2.7 4

71 —heoretiπδlHdireπtHevδluδtionHofHinterUdimerHvHvδluesHinHnq—–HsδltsVHPolyhedronTH2005THZ]THZ[dZUZ[dd 2.7 2

70 —heHinterδπtionHofHneutrδlHδndHπhδrgedHmuHπlustersHwithHOZTHoOHδndHtZVHAppliediCatalysisiA:iGeneralTH
2005THZeYTH[cU]] 5.1 93

(2005-2006)
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69 yeπhδnistiπHinsightsHinHπhδrgeUtrδnsferUinduπedHluminesπenπeHofHYTZUdioxetδnonesHwithHδH
suμstituentHofHlowHoxidδtionHpotentiδlVHJournaliofitheiAmericaniChemicaliSocietyTH2005THYZcTHdbbcUce 16.4 97

68 —qyHoμservδtionHofHgoldHnδnopδrtiπlesHdepositedHonHπeriumHoxideVHJournaliofiMaterialsiScienceTH
2005TH]XTH[YXYU[YXb 4.3 69

67 –eδrπhHforHtheHgroundHstδtesHofHusingHspinHπlustersHμyHusingHtheHgenetiπHδlgorithmsVHInternationali
JournaliofiQuantumiChemistryTH2005THYXaTHb]aUba] 2.1 4
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