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fκpentalenehJÅynthesesJandJPropertiesJofJpenzoβJaκnaphthoβ]V[WJfκpentaleneJandJrinaphthoβ]V[WJaVJ
fκpentaleneXJJournaleofetheeAmericaneChemicaleSocietyVJ2019VJ[b[VJcdZWce[

16.4 31

300 riradicalJqharacterWpasedJresignJforJÅingletJtissionJofJpisantheneJrerivativeshJoromaticWRingJ
ottachmentJandJˇ�WPlaneJéwistingXJJournaleofePhysicaleChemistryeLettersVJ2016VJeVJag]cWagaZ 6.4 30

299 éhirdWorderJnonlinearJopticalJpropertiesJofJopenWshellJsupermolecularJsystemsJcomposedJofJ
acetyleneJlinkedJphenalenylJradicalsXJJournaleofePhysicaleChemistryeAVJ2011VJ[[cVJfedeWee 2.8 30

298
opproximateJspinWprojectedJspinWunrestrictedJdensityJfunctionalJtheoryJmethodhJopplicationJtoJtheJ
diradicalJcharacterJdependencesJofJtheJRhyperSpolarizabilitiesJinJpWquinodimethaneJmodelsXJ
ChemicalePhysicseLettersVJ2010VJcZ[VJ[bZW[bc

2.5 30

297 wntenseJelectronJcorrelationJdependenceJofJtheJfirstJhyperpolarizabilitiesJ˛†JofJaJnitroxideJradicalJ
andJformaldehydeXJChemicalePhysicseLettersVJ1997VJ]deVJbbcWbc[ 2.5 30

296
–echanoWVJthermoWVJsolvatoWVJandJvapochromismJinJ
bisRacetatoW˛” SβbQWRbWRdiphenylaminoSphenylSκR]V]QhdQV]QQWterpyridineW˛”—V—QV—QQSzincRiiSJandJitsJ
polymerXJChemicaleCommunicationsVJ2017VJcaVJgfZcWgfZf

5.8 29

295 qhallengingJcompoundsJforJcalculatingJhyperpolarizabilitieshJpWquinodimethaneJderivativesXJJournale
ofePhysicaleChemistryeAVJ2013VJ[[eVJbeZgW[c 2.8 28

(2013-2016)
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294 —egativeJÅecondJvyperpolarizabilityJofJtheJ—itronylJ—itroxideJRadicalXJBulletineofetheeChemicale
SocietyeofeJapanVJ1998VJe[VJfbcWfcZ 5.1 28

293 wsolationJofJvypervalentJuroupW[dJRadicalsJandJéheirJopplicationJinJ rganicWRadicalJpatteriesXJ
JournaleofetheeAmericaneChemicaleSocietyVJ2016VJ[afVJbegWf] 16.4 26

292 sxploringJtheJnovelJdonorWnanotubeJarchetypeJasJanJefficientJthirdWorderJnonlinearJopticalJ
materialhJasymmetricJopenWshellJcarbonJnanotubesXJNanoscaleVJ2018VJ[ZVJ[dbggW[dcZe 7.7 26

291 oJdensityJfunctionalJstudyJonJtheJpyaJofJsmallJpolyproticJmoleculesXJInternationaleJournaleofe
QuantumeChemistryVJ2014VJ[[bVJ[[]fW[[ab 2.1 26

290 éetracyclopentaβdefVjklVpqrVvwxκtetraphenylenehJoJPotentialJéetraradicaloidJvydrocarbonXJ
AngewandteeChemieVJ2015VJ[]eVJ][[fW][]] 3.6 26

289 oJQ–Y––JstudyJcombinedJwithJtheJtheoryJofJenergyJrepresentationhJÅolvationJfreeJenergiesJforJ
antiYsynJaceticJacidsJinJaqueousJsolutionXJChemicalePhysicseLettersVJ2006VJb[gVJ]bZW]bb 2.5 25

288 éheoreticalJstudiesJonJsecondJhyperpolarizabilitiesJforJcationJradicalJstatesJofJtetrathiafulvaleneJ
andJtetrathiapentaleneXJChemicalePhysicseLettersVJ1999VJa[[VJ]][W]aZ 2.5 25

287 Åtructureâ��PropertyJqorrelationJonJÅecondJvyperpolarizabilitiesJofJÅymmetricJ neWqenterJandJ
éhreeWqenterJRadicalsXJJournaleofePhysicaleChemistryeAVJ1999VJ[ZaVJe[ZcWe[[c 2.8 25

286
snhancementJofJtheJthirdWorderJnonlinearJopticalJpropertiesJinJopenWshellJsingletJtransitionWmetalJ
dinuclearJsystemshJeffectsJofJtheJgroupVJofJtheJperiodVJandJofJtheJchargeJofJtheJmetalJatomXJJournale
ofePhysicaleChemistryeAVJ2012VJ[[dVJccZ[Wg

2.8 24

285 sxperimentalJconsiderationJofJcovalentWbondingJinteractionsJinJstacksJofJsingletJbiradicalsJhavingJ
yekulˆ'JstructuresXJJournaleofePhysicaleOrganiceChemistryVJ2011VJ]bVJfedWff] 2.1 24

284
ÅecondJhyperpolarizabilitiesJofJsingletJpolycyclicJdiphenalenylJradicalshJeffectsJofJtheJnatureJofJtheJ
centralJheterocyclicJringJandJsubstitutionJtoJdiphenalenylJringsXJJournaleofePhysicaleChemistryeAVJ
2007VJ[[[VJg[Z]W[Z

2.8 24

283 qomputationalJstudyJonJtheJrelativeJacidityJofJaceticJacidJbyJtheJQ–Y––JmethodJcombinedJwithJ
theJtheoryJofJenergyJrepresentationXJJournaleofePhysicaleChemistryeBVJ2007VJ[[[VJcf[Wf 3.4 24

282 onalysisJofJÅpatialJqontributionJtoJtheJÅecondJvyperpolarizabilitiesJofJˇ�WqonjugatedJÅystemsJ
wnvolvingJÅulfurJotomsXJJournaleofePhysicaleChemistryeAVJ1999VJ[ZaVJa[ZaWa[Zg 2.8 24

281 penzonorcorroleJ—iJqomplexeshJsnhancementJofJParatropicJRingJqurrentJandJÅingletJriradicalJ
qharacterJbyJpenzoWtusionXJAngewandteeChemieeseInternationaleEditionVJ2018VJceVJ]]ZgW]][a 16.4 23

280 éheoreticalJÅtudyJonJtheJslectronicJÅtructureJandJéhirdW rderJ—onlinearJ pticalJPropertiesJofJ
 penWÅhellJQuinoidalJ ligothiophenesXJJournaleofePhysicaleChemistryeCVJ2013VJ[[eVJ][bgfW][cZf 3.8 23

279
rynamicJRhyperSpolarizabilityJdensityJanalysisJbasedJonJvirtualJexcitationJprocesseshJvisualizationJofJ
theJdynamicJelectronJfluctuatabilityJofJsystemsJunderJtimeWdependentJexternalJelectricJfieldsXJ
ChemicalePhysicseLettersVJ1996VJ]cZVJ]beW]cb

2.5 23

278 oJsimpleJzincRiiSJcomplexJthatJfeaturesJmultiWfunctionalJluminochromismJinducedJbyJreversibleJ
ligandJdissociationXJChemicaleCommunicationsVJ2017VJcaVJadceWaddZ 5.8 22

277 wntramolecularJchargeJtransferJeffectsJonJtheJdiradicalJcharacterJandJsecondJhyperpolarizabilitiesJ
ofJopenWshellJsingletJ−Wˇ�W−JR−JkJdonorYacceptorSJsystemsXJJournaleofePhysicaleChemistryeAVJ2014VJ[[fVJabdaWe[2.8 22

Masayoshi Nakano
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276
tunctionalJdependenceJofJexcitationJenergyJforJpentaceneYqdZJmodelJcomplexJinJtheJ
nonempiricallyJtunedJlongWrangeJcorrectedJdensityJfunctionalJtheoryXJInternationaleJournaleofe
QuantumeChemistryVJ2013VJ[[aVJ]c]W]cd

2.1 22

275 —onWempiricalJtuningJofJqo–WpazYPJfunctionalJinJtimeWdependentJdensityJfunctionalJtheoryJforJ
excitationJenergiesJofJdiaryletheneJderivativesXJChemicalePhysicseLettersVJ2013VJcfcVJ]Z[W]Zd 2.5 22

274 Åtructureâ��propertyJrelationJinJtwoWphotonJabsorptionJforJsymmetricJmoleculesJinvolvingJ
diacetyleneJˇ�WconjugatedJbridgeXJChemicalePhysicseLettersVJ2004VJagaVJbaeWbb[ 2.5 22

273 oJ–olecularJÅimulationJÅtudyJonJodsorptionJofJocetoneY₃aterJinJ–esoporousJÅilicasJ–odifiedJbyJ
PoreJÅurfaceJÅilylationXJJournaleofeChemicaleEngineeringeofeJapanVJ2005VJafVJgggW[ZZe 0.8 22

272 wntermolecularJPackingJsffectsJonJÅingletJtissionJinJ ligoryleneJrimersXJACSeOmegaVJ2017VJ]VJcZgcWc[Za3.9 21

271 ÅtructureWpropertyJcorrelationJinJtheJsecondJhyperpolarizabilitiesJ˛‡JforJphenylJnitronylJnitroxideJ
radicalsXJChemicalePhysicseLettersVJ1997VJ]edVJaecWafZ 2.5 21

270
wnvestigationJofJtheJdominantJhydrationJstructuresJamongJtheJionicJspeciesJinJaqueousJsolutionhJ
novelJquantumJmechanicsYmolecularJmechanicsJsimulationsJcombinedJwithJtheJtheoryJofJenergyJ
representationXJJournaleofeChemicalePhysicsVJ2008VJ[]fVJZdbcZe

3.9 21

269 oJnewJstrategyJofJenhancingJtwoWphotonJabsorptionJinJconjugatedJmoleculeshJintroductionJofJ
chargedJdefectsXJChemicalePhysicseLettersVJ2002VJacfVJbacWbb[ 2.5 21

268 PolarizabilityJandJsecondJhyperpolarizabilityJofJopenWshellJˇ�WconjugatedJcompoundsJfromJspinJ
projectionJmethodJcalculationsXJChemicalePhysicseLettersVJ2005VJbZeVJae]Waef 2.5 21

267 ÅingletJfissionJinJpancakeWbondedJsystemsXJPhysicaleChemistryeChemicalePhysicsVJ2017VJ[gVJceaeWcebc 3.6 20

266 éheoreticalJstudyJonJdiradicalJcharactersJandJnonlinearJopticalJpropertiesJofJ[VaWdiradicalJ
compoundsXJJournaleofePhysicaleChemistryeAVJ2014VJ[[fVJ[ZfaeWbf 2.8 20

265 ÅynthesisJofJtheJünknownJwndenoβ[V]WaκfluoreneJRegioisomerhJqrystallographicJqharacterizationJofJ
wtsJrianionXJAngewandteeChemieVJ2017VJ[]gVJ[ccdcW[ccdg 3.6 19

264 —wRJsmissionJandJocidWwnducedJwntramolecularJslectronJéransferJrerivedJfromJaJÅ – â��v – J
qonvertedJ—onWoufbauJslectronicJÅtructureXJJournaleofePhysicaleChemistryeCVJ2019VJ[]aVJbb[eWbb]a 3.8 19

263 riindenoanthraceneJriradicaloidsJsnableJRationalVJwncrementalJéuningJofJéheirJÅingletWéripletJ
snergyJuapsXJCheMVJ2020VJdVJ[acaW[adf 16.2 19

262 éheJ ddJslectronJrensityJwsJtheJuuideJtowardJochievingJ rganicJ–oleculesJwithJuiganticJ
éhirdW rderJ—onlinearJ pticalJResponsesXJJournaleofePhysicaleChemistryeLettersVJ2012VJaVJaaafWaab] 6.4 19

261
snhancementJofJsecondJhyperpolarizabilitiesJinJopenWshellJsingletJslippedWstackJdimersJcomposedJ
ofJsquareJplanarJnickelJcomplexesJinvolvingJoWsemiquinonatoJtypeJligandsXJJournaleofePhysicale
ChemistryeAVJ2011VJ[[cVJ[[[eW]b

2.8 19

260 QuasiprobabilityJdistributionJdynamicsJofJanJinitiallyJoneWmodeJcoherentJphotonJfieldJinteractingJ
withJtwoWJandJthreeWstateJmolecularJsystemsXJChemicalePhysicseLettersVJ1998VJ]gcVJa[eWa]e 2.5 19

259 ÅecondJhyperpolarizabilityJdensityJanalysesJforJtrithiapentaleneJandJdioxathiapentalenehJ
visualizationJofJuniqueJˇ�WelectronJcontributionsXJChemicalePhysicseLettersVJ1999VJaZdVJ[feW[gd 2.5 19

(1999-2013)
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258 —umericalJziouvilleJapproachhJtormulationJofJthirdWorderJnonlinearJopticalJsusceptibilitiesXJJournale
ofeChemicalePhysicsVJ1995VJ[Z]VJ]gfdW]ggc 3.9 19

257 terromagneticJandJontiferromagneticJpehaviorJofJbW–ethacryloyloxyWJandJbWocryloyloxyW]V]VdVdWJ
éetramethylpiperidesteW[W xylXJMoleculareCrystalseandeLiquideCrystalsVJ1993VJ]a]VJcaWdZ 19

256
QuantumJ–asterJsquationJopproachJtoJÅingletJtissionJrynamicsJinJPentaceneJzinearJoggregateJ
–odelshJÅizeJrependencesJofJsxcitonicJqouplingJsffectsXJJournaleofeComputationaleChemistryVJ2019VJ
bZVJfgW[Zb

3.5 19

255 riradicalJqharacterJsnhancementJbyJÅpacinghJ—WveterocyclicJqarbeneJonaloguesJofJ–ˆ…llerQsJ
vydrocarbonXJChemistryeseAeEuropeaneJournalVJ2018VJ]bVJ[dcaeW[dcb] 4.8 19

254 ÅecondJhyperpolarizabilitiesJofJpolycyclicJdiphenalenylJradicalshJsffectsJofJparaYorthoWquinoidJ
structuresJandJcentralJringJmodificationXJChemicalePhysicseLettersVJ2006VJb]gVJ[ebW[eg 2.5 18

253
vyperpolarizabilityJdensityJanalysisJofJtheJenhancementJofJsecondJhyperpolarizabilityJofJ
ˇ�WconjugatedJoligomersJbyJintermolecularJinteractionXJInternationaleJournaleofeQuantumeChemistryVJ
2005VJ[Z]VJeZ]We[Z

2.1 18

252 ÅizeWdependencyJofJpolarizabilitiesJofJfractalWJandJnonfractalWstructuredJoligomersJmodeledJafterJ
dendronJpartsJinJqayleyWtreeWtypeJdendrimersXJJournaleofeChemicalePhysicsVJ2001VJ[[cVJ[Zc]W[Zcg 3.9 18

251
riradicalJqharacterJéuningJforJtheJéhirdW rderJ—onlinearJ pticalJPropertiesJofJQuinoidalJ
 ligothiophenesJbyJwntroducingJéhiopheneWÅVÅWdioxideJRingsXJChemistryeseAeEuropeaneJournalVJ2016VJ
]]VJ[bgaWcZZ

4.8 18

250 ériaminotriboraneRaShJoJvomocatenatedJporonJqhainJqonnectedJbyJpWpJ–ultipleJpondsXJ
AngewandteeChemieeseInternationaleEditionVJ2017VJcdVJ[c]abW[c]bZ 16.4 17

249 ontheneshJ–odelJsystemsJforJunderstandingJtheJedgeJstateJofJgrapheneJnanoribbonsXJPureeande
AppliedeChemistryVJ2014VJfdVJbgeWcZc 2.1 17

248
tullJconfigurationJinteractionJcalculationsJofJtheJsecondJhyperpolarizabilitiesJofJtheJvbJmodelJ
compoundhJsummationWoverWstatesJanalysisJandJinterplayJwithJdiradicalJcharactersXJJournaleofe
ChemicalePhysicsVJ2012VJ[adVJZ]ba[c

3.9 17

247 ÅynthesisJandJcharacterizationJofJacetyleneWlinkedJbisphenalenylJandJmetallicWlikeJbehaviorJinJitsJ
chargeWtransferJcomplexXJChemistryeseaneAsianeJournalVJ2007VJ]VJ[aeZWg 4.5 17

246 oJtheoreticalJstudyJonJquasiWoneWdimensionalJopenWshellJsingletJladderJoligomershJmultiWradicalJ
natureVJaromaticityJandJsecondJhyperpolarizabilityXJOrganiceChemistryeFrontiersVJ2017VJbVJeegWefg 5.2 16

245 wntramolecularJPancakeJpondingJinJvelicalJÅtructuresXJChemistryeseAeEuropeaneJournalVJ2017VJ]aVJebebWebf]4.8 16

244 riradicalJcharacterJandJnonlinearJopticalJpropertiesJofJbuckyferroceneshJfocusingJonJtheJuseJofJ
suitablyJmodifiedJfullereneJfragmentsXJPhysicaleChemistryeChemicalePhysicsVJ2015VJ[eVJcfZcW[d 3.6 16

243  nJtheJinducedWfitJmechanismJofJsubstrateWenzymeJbindingJstructuresJofJnylonWoligomerJhydrolaseXJ
JournaleofeComputationaleChemistryVJ2014VJacVJ[]bZWe 3.5 16

242
QuantumJmasterJequationJmethodJbasedJonJtheJbrokenWsymmetryJtimeWdependentJdensityJ
functionalJtheoryhJapplicationJtoJdynamicJpolarizabilityJofJopenWshellJmolecularJsystemsXJJournaleofe
PhysicaleChemistryeAVJ2011VJ[[cVJacdcWec

2.8 16

241 rensityJanalysisJofJimaginaryJpartJofJ˛‡JrelatedJtoJtwoWphotonJabsorptionXJChemicalePhysicseLettersVJ
2002VJacdVJbd]Wbdf 2.5 16
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240  nJtheJsecondJhyperpolarizabilitiesJ˛‡JofJthreeJchargedJstatesJofJtetrathiapentaleneJandJ
tetrathiafulvalenehJaJ˛‡JdensityJanalysisXJChemicalePhysicseLettersVJ2000VJa][VJbg[Wbge 2.5 16

239 —umericalJziouvilleJapproachhJéhreeWtypeJanalysisJofJvirtualJexcitationJprocessesJofJthirdWorderJ
nonlinearJopticalJspectraJinJthirdWharmonicJgenerationXJJournaleofeChemicalePhysicsVJ1995VJ[Z]VJ]ggdWaZZb3.9 16

238 éhirdWorderJopticalJnonlinearityJinJnewJˇ�WconjugatedJpolymershJpolydiethynylsilaneJandJpolysiloleXJ
ChemicalePhysicseLettersVJ1996VJ]daVJ[[gW[]c 2.5 16

237 éheoreticalJÅtudiesJforJéhirdW rderJvyperpolarizabilitiesJofJolternantJandJqondensedWRingJ
qonjugatedJÅystemsJwXJMoleculareCrystalseandeLiquideCrystalsVJ1994VJ]ccVJ[agW[bf 16

236 éheoreticalJstudiesJofJspinJdensityJpopulationsJonJnitroxideJandJnitronylnitroxideJderivativesXJ
ChemicalePhysicseLettersVJ1995VJ]bZVJ]dfW]ee 2.5 16

235
éheoreticalJstudyJonJtheJrelationshipJbetweenJdiradicalJcharacterJandJsecondJhyperpolarizabilitiesJ
ofJfourWmemberedWringJdiradicalsJinvolvingJheavyJmainWgroupJelementsXJChemistryeseAeEuropeane
JournalVJ2015VJ][VJ][ceWdb

4.8 15

234 qooperativeJeffectsJinJstaticJpolarizabilitiesJandJsecondJhyperpolarizabilitiesJofJhydrogenWbondedJ
bWpyridonesXJChemicalePhysicseLettersVJ2008VJbcbVJg[Wgd 2.5 15

233 qomputationJofJtheJreductionJfreeJenergyJofJcoenzymeJinJaqueousJsolutionJbyJtheJQ–Y––WsRJ
methodXJChemicalePhysicseLettersVJ2008VJbcdVJ[edW[fZ 2.5 15

232
—ovelJquantumJmechanicalYmolecularJmechanicalJmethodJcombinedJwithJtheJtheoryJofJenergyJ
representationhJfreeJenergyJcalculationJforJtheJpeckmannJrearrangementJpromotedJbyJprotonJ
transfersJinJtheJsupercriticalJwaterXJJournaleofeChemicalePhysicsVJ2007VJ[]dVJZfbcZf

3.9 15

231
s−qwé —J–wuRoéw —Jw—Jrs—rRwéwqJouuRsuoésJÅYÅés–ÅJüÅw—uJévsJQüo—éü–J–oÅésRJ
sQüoéw —JoPPR oqvJw—V zVw—uJ₃soyJs−qwé —WPv — —Jq üPzw—uXJJournaleofeTheoreticale
andeComputationaleChemistryVJ2003VJZ]VJbcgWbeg

1.8 15

230 slectronâ��photonJfieldJdynamicshJnumericallyJexactJcalculationsJofJmultiWstateJmoleculeJsystemsJ
interactingJwithJaJsingleWmodeJcoherentJphotonJfieldXJChemicalePhysicsVJ2000VJ]c]VJ[[cW[cZ 2.3 15

229 rynamicsJofJPhotonJPhaseJandJwnformationJsntropyJforJaJéwoWÅtateJ–olecularJÅystemJwnteractingJ
withJomplitudeWJandJPhaseWÅqueezedJtieldsXJJournaleofePhysicaleChemistryeAVJ1999VJ[ZaVJdZadWdZbf 2.8 15

228 riradicalJandJwonicJqharactersJofJ penWÅhellJÅingletJ–olecularJÅystemsXJJournaleofePhysicale
ChemistryeAVJ2017VJ[][VJfd[Wfea 2.8 14

227 oJéetrasiliconJonalogueJofJpicycloβ[X[XZκbutW[RaSWeneJqontainingJaJÅikÅiJroubleJpondJwithJanJ
wnvertedJueometryXJAngewandteeChemieeseInternationaleEditionVJ2019VJcfVJbae[Wbaec 16.4 14

226 rtéJandJérWrtéJstudiesJofJelectronicJstructuresJandJoneWelectronJexcitationJstatesJofJaJ
cyanideWbridgedJmolecularJsquareJcomplexXJInorganiceChemistryeFrontiersVJ2015VJ]VJee[Weeg 6.8 14

225 éheoreticalJstudyJonJtheJdiradicalJcharactersJandJthirdWorderJnonlinearJopticalJpropertiesJofJcyclicJ
thiazylJdiradicalJcompoundsXJChemicalePhysicseLettersVJ2013VJcfcVJ[[]W[[d 2.5 14

224 –olecularJsimulationJstudyJonJadsorptionJofJmethanolYwaterJmixturesJinJmesoporousJsilicasJ
modifiedJporeJsurfaceJsilylationXJFluidePhaseeEquilibriaVJ2007VJ]ceVJ][]W][d 2.5 14

223 QuantumJmasterJequationJapproachJtoJtheJsecondJhyperpolarizabilityJofJnanostarJdendriticJ
systemsXJJournaleofePhysicaleChemistryeBVJ2005VJ[ZgVJeda[Wd 3.4 13

(2005-2000)
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222 slectronWcorrelationJdynamicsJofJaJoneWdimensionalJv]JmodelJinJaJquantizedJphotonJfieldXJChemicale
PhysicseLettersVJ2000VJa[eVJ[ZaW[Zf 2.5 13

221 QuantumWphaseJandJinformationWentropyJdynamicsJofJaJtwoWstateJmolecularJsystemJinteractingJ
withJstronglyJamplitudeWJandJphaseWsqueezedJfieldsXJJournaleofeChemicalePhysicsVJ2000VJ[[]VJ]edgW]efZ 3.9 13

220 QuantumWphaseJandJinformationWentropyJdynamicsJofJaJmolecularJsystemJinteractingJwithJaJ
twoWmodeJsqueezedJcoherentJfieldXJPhysicaleRevieweAVJ2001VJdbVJ 2.6 13

219 éheoreticalJstudyJonJtheJgeometryJdependenceJofJtheJsecondJhyperpolarizabilityJofJtheJallylJcationJ
basedJonJaJnumericalJziouvilleJthreeWtypeJanalysisXJChemicalePhysicseLettersVJ1996VJ]c[VJaf[Wafd 2.5 13

218 penzonorcorroleJ—iwwJqomplexeshJsnhancementJofJParatropicJRingJqurrentJandJÅingletJriradicalJ
qharacterJbyJpenzoWtusionXJAngewandteeChemieVJ2018VJ[aZVJ]]a[W]]ac 3.6 12

217 RationalJdesignJofJdoublyWbridgedJchromophoresJforJsingletJfissionJandJtripletâ��tripletJannihilationXJ
RSCeAdvancesVJ2017VJeVJabfaZWabfbc 3.7 12

216 éheoreticalJstudyJonJexcitonJrecurrenceJmotionJinJanthraceneJdimerJusingJtheJobJinitioJ– WqwJ
basedJquantumJmasterJequationJapproachXJJournaleofePhysicaleChemistryeAVJ2009VJ[[aVJcbccWd] 2.8 12

215 éheoreticalJstudyJonJtheJsecondJhyperpolarizabilityJofJopenWshellJsingletJoneWdimensionalJsystemsJ
withJaJchargedJdefectXJChemicalePhysicseLettersVJ2008VJbc[VJ[[[W[[c 2.5 12

214 rensityJonalysisJofJwntermolecularJ rbitalWwnteractionJsffectsJonJtheJÅecondJvyperpolarizabilitiesJ
ofJˇ�â��ˇ�JÅtackingJrimersXJJournaleofePhysicaleChemistryeAVJ2003VJ[ZeVJb[ceWb[db 2.8 12

213
oJéwoWpandJvubbardJ–odelJforJqlustersJofJropedJqopperJ xidesJandJ therJ–etalJ xideshJ
PopulationsJofJvolesJandJÅpinJrensitiesJbyJtheJtullJVpJqwJ–ethodXJJapaneseeJournaleofeAppliede
PhysicsVJ1989VJ]fVJzbegWzbf]

1.4 12

212 zateWÅtageJ–odificationJofJslectronicJPropertiesJofJontiaromaticJandJriradicaloidJ
wndenoβ[V]WκfluoreneJonaloguesJviaJÅulfurJ xidationXJJournaleofeOrganiceChemistryVJ2020VJfcVJ[ZfbdW[Zfce4.2 12

211 –onteJqarloJ₃avefunctionJopproachJtoJÅingletJtissionJrynamicsJofJ–olecularJoggregatesXJ
MoleculesVJ2019VJ]bVJ 4.8 11

210 qomparativeJstudyJofJdiradicalJcharactersJandJthirdWorderJnonlinearJopticalJpropertiesJofJ
linearYcyclicJacenesJversusJphenylenesXJInternationaleJournaleofeQuantumeChemistryVJ2013VJ[[aVJcg]Wcgf 2.1 11

209  neWJandJtwoWphotonJabsorptionsJinJopenWshellJsingletJsystemsJ2012VJ 11

208 QuantumWphaseJdynamicsJofJdimerJsystemsJinteractingJwithJaJtwoWmodeJsqueezedJcoherentJfieldXJ
JournaleofeChemicalePhysicsVJ2002VJ[[dVJ[ZZdgW[ZZf] 3.9 11

207 oJPhosphorusJonalogueJofJpWQuinodimethaneJwithJaJPlanarJPJRinghJoJ–etalWtreeJriphosphorusJ
ÅourceXJChemistryeseAeEuropeaneJournalVJ2019VJ]cVJa]bbWa]be 4.8 10

206 QuantumJmasterJequationJapproachJtoJsingletJfissionJdynamicsJinJpentaceneJringWshapedJ
aggregateJmodelsXJJournaleofeChemicalePhysicsVJ2019VJ[cZVJ]abaZc 3.9 10

205 ünravelingJtheJdegradationJofJartificialJamideJbondsJinJnylonJoligomerJhydrolasehJfromJinducedWfitJ
toJacylationJprocessesXJPhysicaleChemistryeChemicalePhysicsVJ2015VJ[eVJbbg]WcZb 3.6 10
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204
–olecularJresignJPrincipleJforJsfficientJÅingletJtissionJpasedJonJriradicalJqharactersJandJsxchangeJ
wntegralshJ–ultipleJveteroatomJÅubstitutionJsffectJonJonthracenesXJJournaleofePhysicaleChemistryeCVJ
2020VJ[]bVJ[[fZZW[[fZg

3.8 10

203
éheoreticalJÅtudyJonJéhirdW rderJ—onlinearJ pticalJPropertyJofJ neWrimensionalJqyclicJéhiazylJ
RadicalJoggregateshJwntermolecularJristanceVJ penWÅhellJ—atureVJandJÅpinJÅtateJrependencesXJ
JournaleofePhysicaleChemistryeCVJ2018VJ[]]VJdeegWdefc

3.8 10

202 svaluationJofJoromaticityJforJ penWÅhellJÅingletJricyclopentaWtusedJocenesJandJPolyacenesJpasedJ
onJaJ–agneticallyJwnducedJqurrentXJChemistryeseAeEuropeaneJournalVJ2018VJ]bVJ[abceW[abdd 4.8 10

201
éunedJlongWrangeJcorrectedJdensityJfunctionalJtheoryJmethodJforJevaluatingJtheJsecondJ
hyperpolarizabilitiesJofJopenWshellJsingletJmetalâ��metalJbondedJsystemsXJChemicalePhysicseLettersVJ
2012VJc]aVJdZWdb

2.5 10

200 squatorialJligandJeffectsJonJtheJdiradicalJcharacterJdependenceJofJtheJsecondJhyperpolarizabilitiesJ
ofJopenWshellJsingletJtransitionWmetalJdinuclearJcomplexesXJChemicalePhysicseLettersVJ2013VJceZVJecWeg 2.5 10

199 éuningJ—onlinearJ pticalJPropertiesJbyJolteringJtheJriradicalJandJqhargeWéransferJqharacteristicsJ
ofJqhichibabinQsJvydrocarbonJrerivativesXJChemPhysChemVJ2017VJ[fVJ[b]W[bf 3.2 10

198 éheoreticalJstudyJonJexcitonJdynamicsJinJdendriticJsystemshJexcitonJrecurrenceJandJmigrationXJ
MoleculesVJ2009VJ[bVJaeZZW[f 4.8 10

197 éheoreticalJstudyJofJtheJthirdWorderJnonlinearJopticalJsusceptibilitiesJforJtheJ˛†WphaseJcrystalJofJ
pW—P——XJChemicalePhysicseLettersVJ1997VJ]deVJbafWbbb 2.5 10

196
vyperpolarizabilitiesJofJoneWdimensionalJvnJsystemshJÅecondJhyperpolarizabilityJdensityJanalysesJ
forJregularJandJchargedJsolitonlikeJlinearJchainsXJInternationaleJournaleofeQuantumeChemistryVJ1998VJ
eZVJ]dgW]f]

2.1 10

195
qoreJmoleculeJdependenceJofJenergyJmigrationJinJphenylacetyleneJnanostarJdendrimershJobJinitioJ
molecularJorbitalWconfigurationJinteractionJbasedJquantumJmasterJequationJstudyXJJournaleofe
ChemicalePhysicsVJ2008VJ[]fVJ]bbaZd

3.9 10

194 QuantumJdynamicsJinJhighWspinJmoleculesVJspinJdendrimersVJandJspinJlatticesXJInternationaleJournale
ofeQuantumeChemistryVJ2005VJ[ZcVJd[cWd]e 2.1 10

193 wntermolecularWinteractionJeffectsJonJquantumWphaseJandJinformationWentropyJdynamicsJofJdimersJ
interactingJwithJaJsingleWmodeJcoherentJfieldXJChemicalePhysicseLettersVJ2000VJa]bVJ]fgWaZZ 2.5 10

192
oJnewJmodelJofJtheJthirdWorderJnonlinearJopticalJsystemsJwhichJutilizesJbothJthroughWbondJandJ
throughWspaceJchargeWtransferJeffectshJPolymericJsystemsJwithJpolarJsideJchainsXJSyntheticeMetalsVJ
1991VJbaVJaeccWaecf

3.6 10

191 –onoradicalsJandJriradicalsJofJribenzofluorenoβaV]WκfluoreneJwsomershJ–echanismsJofJslectronicJ
relocalizationXJJournaleofetheeAmericaneChemicaleSocietyVJ2020VJ 16.4 10

190 oJPuckeredJÅingletJqyclopentaneW[VaWdiylhJretectionJofJtheJéhirdJwsomerJinJvomolysisXJChemistryeseAe
EuropeaneJournalVJ2016VJ]]VJ]]ggWaZd 4.8 10

189 ÅingletWtissionWwnducedJsnhancementJofJéhirdW rderJ—onlinearJ pticalJPropertiesJofJPentaceneJ
rimersXJACSeOmegaVJ2019VJbVJ[d[f[W[d[gZ 3.9 9

188 ÅynthesisJandJtunctionalizationJofJaJ[VbWpisRtrimethylsilylStetrasilaW[VaWdieneJthroughJtheJÅelectiveJ
qleavageJofJÅiRsp]Sâ��ÅiRspaSJpondsJunderJ–ildJReactionJqonditionsXJOrganometallicsVJ2018VJaeVJ[e]W[ec 3.8 9

187  penWshellJcharacterJandJsecondJhyperpolarizabilitiesJofJoneWdimensionalJchromiumRwwSJchainshJsizeJ
dependenceJandJbondWlengthJalternationJeffectXJInorganiceChemistryVJ2014VJcaVJfeZZWe 5.1 9

(2014-2020)

13



186  penWshellJcharactersJandJsecondJhyperpolarizabilitiesJforJhexagonalJgrapheneJnanoflakesJ
includingJboronJnitrideJdomainsXJChemicalePhysicseLettersVJ2014VJcgcWcgdVJ]]ZW]]c 2.5 9

185 riradicalJcharacterJdependenceJofJthirdWharmonicJgenerationJspectraJinJopenWshellJsingletJsystemsXJ
TheoreticaleChemistryeAccountsVJ2015VJ[abVJ[ 1.9 9

184
éheoreticalJÅtudyJonJtheJsnhancementJofJtheJÅecondJvyperpolarizabilitiesJofJÅiWVJueWrisubstitutedJ
QuinodimethaneshJÅynergyJsffectsJofJ penWÅhellJ—atureJandJwntramolecularJqhargeJéransferXJ
JournaleofePhysicaleChemistryeCVJ2015VJ[[gVJ[[ffW[[ga

3.8 9

183 slectronJdonorJsolventJeffectsJonJtheJRhyperSpolarizabilitiesJofJaJsingletJdiradicalJmoleculeJ
involvingJaJboronJatomXJChemicalePhysicseLettersVJ2009VJbeeVJaZgWa[b 2.5 9

182 slectronâ��photonJfieldJdynamicshJaJmolecularJaggregateJinteractingJwithJanJinitiallyJoneWmodeJ
coherentJphotonJfieldXJChemicalePhysicseLettersVJ1998VJ]gcVJa]fWaad 2.5 9

181 sxcitonJrecurrenceJmotionJinJaggregateJsystemsJinJtheJpresenceJofJquantizedJopticalJfieldsXJJournale
ofeChemicalePhysicsVJ2006VJ[]cVJ]abeZe 3.9 9

180 éhirdWorderJnonlinearJopticalJpropertiesJofJfractalWJandJnonfractalWstructuredJoligomersJmodeledJ
afterJdendronJpartsJinJqayleyWtreeWtypeJdendrimersXJJournaleofeChemicalePhysicsVJ2001VJ[[cVJdefZWdefb 3.9 9

179 PolarizabilitiesJR˛–SJofJrendriticJ–olecularJoggregatesh´ JVisualizationJofJwntermolecularWwnteractionJ
andJrampingJsffectsJonJ˛–XJJournaleofePhysicaleChemistryeAVJ2001VJ[ZcVJcbeaWcbef 2.8 9

178 éhirdW rderJ—onlinearJ pticalJPropertiesJofJaJÅtableJRadicalJÅpeciesJwithJ—itronylJ—itroxideJuroupXJ
MoleculareCrystalseandeLiquideCrystalsVJ1998VJa[cVJ[[eW[]] 9

177 —umericalJziouvilleJapproachXJéhirdWorderJnonlinearJopticalJsusceptibilitiesJinJévuVJstwÅvJandJ
rt₃–XJChemicalePhysicseLettersVJ1995VJ]aaVJb[[Wb[g 2.5 9

176 —umericalJziouvilleJapproachhJintensityWdependentJtransientJlinearJandJnonlinearJopticalJ
susceptibilitiesXJChemicalePhysicseLettersVJ1995VJ]abVJa]aWa]g 2.5 9

175 obJwnitioJqalculationsJofJ—onlinearJ pticalJPropertiesJofJÅiliconJqompoundsXJMoleculareCrystalseande
LiquideCrystalsVJ1992VJ][eVJe[Wed 9

174 wmpactJofJriradicalYwonicJqharacterJonJéhirdW rderJ—onlinearJ pticalJPropertyJinJosymmetricJ
PhenalenylJrimersXJChemistrySelectVJ2017VJ]VJ]ZfbW]Zfe 1.8 8

173
—aturalJorbitalJfunctionalJcalculationsJofJmolecularJpolarizabilitiesJandJsecondJhyperpolarizabilitiesXJ
éheJhydrogenJmoleculeJasJaJtestJcaseXJJournaleofePhysicseB:eAtomicreMoleculareandeOpticalePhysicsVJ
2014VJbeVJZ[c[Z[

1.3 8

172 snhancementJofJtheJsecondJhyperpolarizabilityJbyJdˇ�JelectronsJinJoneWdimensionalJtetrametallicJ
transitionWmetalJsystemsXJChemicalePhysicseLettersVJ2012VJc]eVJ[[W[c 2.5 8

171 QuantalJcumulantJmechanicsJandJdynamicsJforJmultidimensionalJquantumJmanyWbodyJclustersXJ
InternationaleJournaleofeQuantumeChemistryVJ2013VJ[[aVJabfWacc 2.1 8

170 vydrationJeffectsJonJtheJreactionJwithJanJopenWshellJtransitionJstatehJQ–Y––WsRJstudyJforJtheJ
dehydrationJreactionJofJalcoholJinJhotJwaterXJJournaleofeMathematicaleChemistryVJ2009VJbdVJef[Wegb 2.1 8

169 oJnovelJdynamicJexcitonJexpressionJbasedJonJtheJabJinitioJ– JqwJbasedJquantumJmasterJequationJ
approachXJChemicalePhysicseLettersVJ2008VJbdZVJaeZWaeb 2.5 8

Masayoshi Nakano
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168 QuantumJdynamicsJofJexcitonJrecurrenceJmotionJinJdendriticJmolecularJaggregatesXJJournaleofe
PhotochemistryeandePhotobiologyeA:eChemistryVJ2006VJ[efVJ]dbW]eZ 4.7 8

167 QuantumJphaseJdynamicsJofJanJinitiallyJoneWmodeJamplitudeWsqueezedJfieldJinteractingJwithJaJ
twoWstateJmolecularJsystemXJChemicalePhysicseLettersVJ1999VJaZbVJ]b[W]c] 2.5 8

166 qoÅâ��ÅqtJandJdensityJfunctionalJcalculationsJofJsecondJhyperpolarizabilitiesJforJaJnitronylJnitroxideJ
radicalXJInternationaleJournaleofeQuantumeChemistryVJ1999VJe[VJa]gWaad 2.1 8

165 VisualizationJofJtwoWbodyJelectronJdensitiesJandJwaveJfunctionsJofJmagneticJmoleculesXJ
InternationaleJournaleofeQuantumeChemistryVJ1999VJecVJdbcWdcb 2.1 8

164
preakdownJofJtheJPerturbativeJopproachJtoJ–olecularJPackingJrependenceJofJÅingletJtissionJ
RatesJinJPentaceneJrimerJ–odelshJoJÅystematicJqomparisonJwithJtheJQuantumJ–asterJsquationJ
opproachXJJournaleofePhysicaleChemistryeCVJ2019VJ[]aVJ[cbZaW[cb[[

3.8 7

163 oxialJligandJeffectsJonJtheJdiradicalJcharactersJandJsecondJhyperpolarizabilitiesJofJopenWshellJ
singletJtransitionWmetalJdinuclearJcomplexesXJChemicalePhysicseLettersVJ2014VJdZfVJdfWea 2.5 7

162 qontrolJofJthirdWorderJnonlinearJopticalJpropertiesJofJsingletJdiradicalJsquareJplanarJmetalJ
complexesJinvolvingJoWsemiquinonatoJtypeJligandsXJSyntheticeMetalsVJ2009VJ[cgVJ]b[dW]b[f 3.6 7

161 sxcitonJdynamicsJinJnanostarJdendriticJsystemsJusingJaJquantumJmasterJequationJapproachhJcoreJ
monomerJeffectsJandJpossibilityJofJenergyJtransportJcontrolXJJournaleofeLuminescenceVJ2005VJ[[[VJacgWadd3.8 7

160 tormulationJofJmasterJequationJapproachJinvolvingJspinâ��phononJcouplinghJéowardJanJ
understandingJofJspinJdynamicsJinJmagneticJdendrimersXJPolyhedronVJ2005VJ]bVJ]dcaW]dce 2.7 7

159 ÅecondJhyperpolarizabilitiesJofJˇ�WconjugatedJsiliconWringJpolymersXJSyntheticeMetalsVJ1995VJe[VJ[eaeW[eaf 3.6 7

158 éheoreticalJstudyJonJrelationshipJbetweenJspinJstructureJandJelectronJconductivityJofJ
oneWdimensionalJtriWnickelRwwSJcomplexXJPolyhedronVJ2017VJ[adVJ[]cW[a[ 2.7 6

157 éheoreticalJstudyJonJtheJdiradicalJcharactersJandJthirdWorderJnonlinearJopticalJpropertiesJofJ
transitionWmetalJheterodinuclearJsystemsXJChemicalePhysicseLettersVJ2013VJcegVJeaWee 2.5 6

156 vydrationJeffectsJonJenzymeâ��substrateJcomplexJofJnylonJoligomerJhydrolasehJinterWfragmentJ
interactionJenergyJstudyJbyJtheJfragmentJmolecularJorbitalJmethodXJMolecularePhysicsVJ2015VJ[[aVJa[gWa]d1.7 6

155 éheJsxchangeWsnergyJrensityJtunctionalJpasedJonJtheJ–odifiedJpeckeWRousselJ–odelXJJournaleofe
ChemicaleTheoryeandeComputationVJ2010VJdVJdbeWd[ 6.4 6

154 –onteJqarloJwavefunctionJapproachJtoJtheJexcitonJdynamicsJofJmolecularJaggregatesJwithJ
excitonâ��phononJcouplingXJChemicalePhysicseLettersVJ2006VJb[gVJeZWeb 2.5 6

153 ÅecondWorderJ–onteJqarloJwaveWfunctionJapproachJtoJtheJrelaxationJeffectsJonJringingJrevivalsJinJaJ
molecularJsystemJinteractingJwithJaJstronglyJsqueezedJcoherentJfieldXJPhysicaleRevieweAVJ2004VJeZVJ 2.6 6

152 QuantumWphaseJdynamicsJofJanJatomicYmolecularJsystemJinteractingJwithJaJtwoWmodeJsqueezedJ
vacuumJfieldhJcoexistenceJofJquantumJandJthermalJfeaturesXJChemicalePhysicsVJ2003VJ]fdVJ]ceW]dd 2.3 6

151 wntermolecularWinteractionJeffectsJonJquantumWphaseJdynamicsJofJdimerJsystemsJinteractingJwithJaJ
twoWmodeJsqueezedJvacuumJfieldXJJournaleofeChemicalePhysicsVJ2002VJ[[eVJgde[Wgdfe 3.9 6

(2002-2006)
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150 slectronJcorrelationJandJstructureJdependenciesJofJtheJsecondJhyperpolarizabilityJofJethyleneXJ
InternationaleJournaleofeQuantumeChemistryVJ1999VJe[VJ[eeW[fa 2.1 6

149 éheoreticalJstudiesJonJhyperpolarizabilitiesJofJnitroxideJspeciesXJwXJSyntheticeMetalsVJ1995VJe[VJ[dg[W[dg]3.6 6

148 pisWperiazuleneJRqycloheptaβκfluoreneSJasJaJ—onalternantJwsomerJofJPyrenehJÅynthesisJandJ
qharacterizationJofJwtsJériarylJrerivativesXXJJournaleofetheeAmericaneChemicaleSocietyVJ2022VJ 16.4 6

147 éheoreticalJstudyJonJÅJ[JandJéJ[JstatesJofJhomolepticJbisRdipyrrinatoSzincRwwSJmodelJcomplexXJ
PolyhedronVJ2017VJ[adVJ[[aW[[d 2.7 5

146 éheoreticalJstudyJonJtheJgiganticJeffectJofJexternalJstaticJelectricJfieldJapplicationJonJtheJnonlinearJ
opticalJpropertiesJofJ[V]VaVcWdithiadiazolylJˇ�WradicalJdimersXJMaterialseChemistryeFrontiersVJ2018VJ]VJefcWegZ7.8 5

145 éheoreticalJstudyJonJtheJspinJstateJandJopenWshellJcharacterJdependencesJofJtheJsecondJ
hyperpolarizabilityJinJhydrogenJchainJmodelsXJPhysicaleRevieweAVJ2016VJgbVJ 2.6 5

144
qhallengingJcompoundsJforJcalculatingJmolecularJsecondJhyperpolarizabilitieshJtheJtripletJstateJofJ
theJtrimethylenemethaneJdiradicalJandJtwoJderivativesXJPhysicaleChemistryeChemicalePhysicsVJ2016VJ
[fVJdb]ZWg

3.6 5

143 éheJQ–Y––WsRJstudiesJforJtheJoriginJofJtheJantioxidativeJpropertiesJofJ–qwW[fdJinJaqueousJ
solutionsXJInternationaleJournaleofeQuantumeChemistryVJ2011VJ[[[VJ[ebfW[ed] 2.1 5

142 QuantumJdynamicJsimulationsJforJsingleJmolecularJmagnetsJusingJanisotropicJspinJmodelsXJ
PolyhedronVJ2009VJ]fVJ]Zg]W]Zgd 2.7 5

141
QuantumJ–asterJsquationJopproachJtoJsxcitonJRecurrenceJ–otionJinJRingWÅhapedJoggregateJ
qomplexesJwnducedJbyJzinearWJandJqircularWPolarizedJzaserJtieldsXJJournaleofePhysicaleChemistryeCVJ
2009VJ[[aVJaaa]Waaaf

3.8 5

140 éheoreticalJstudiesJforJsecondJhyperpolarizabilitiesJofJalternantJandJcondensedWringJconjugatedJ
systemsJwwXJSyntheticeMetalsVJ1997VJfcVJ[[daW[[db 3.6 5

139 –olecularJorientationJeffectsJonJtwoWphotonJabsorptionJspectraJofJdimerJsystemsXJChemicalePhysicse
LettersVJ2007VJbbfVJggW[Zc 2.5 5

138
éheoreticalJÅtudyJonJÅtaticJÅecondJvyperpolarizabilitiesJforJÅeveralJˇ�WqonjugatedJÅystemsJ
wncludingJ—itrogenJotomshJJsffectsJofJqhargedJrefectsJandJsxtensionJofJˇ�WqonjugationXJJournaleofe
PhysicaleChemistryeAVJ2004VJ[ZfVJb[c[Wb[cc

2.8 5

137
–onteJqarloJwaveWfunctionJapproachJtoJtheJquantumWphaseJdynamicsJofJaJdissipativeJmolecularJ
systemJinteractingJwithJaJsingleWmodeJamplitudeWsqueezedJfieldXJJournaleofeChemicalePhysicsVJ2003VJ
[[gVJ[][ZdW[][[f

3.9 5

136 ÅelfWconsistentWfieldJcalculationsJofJmolecularJmagneticJpropertiesJusingJgaugeWinvariantJatomicJ
orbitalsXJInternationaleJournaleofeQuantumeChemistryVJ1999VJecVJdaeWdba 2.1 5

135 qhemistryJofJPhenalenylWbasedJrelocalizedJÅingletJpiradicalsXJYukieGoseieKagakueKyokaishiuJournale
ofeSyntheticeOrganiceChemistryVJ2010VJdfVJdbWeb 0.2 5

134 VibronicJcouplingJdensityJanalysisJandJquantumJdynamicsJsimulationJforJsingletJfissionJinJ
pentaceneJandJitsJhalogenatedJderivativesXJJournaleofeChemicalePhysicsVJ2020VJ[caVJ[abaZ] 3.9 5

133 éheoreticalJinvestigationJofJcurvedJˇ�WconjugatedJfullereneJflakeshJopenWshellJcharacterVJaromaticityVJ
andJthirdWorderJnonlinearJopticalJpropertyXJJournaleofePhysicaleOrganiceChemistryVJ2017VJaZVJeacf[ 2.1 4
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132 uenerationJofJoromaticJRrehydroSbenzoannuleneJricationsJÅtabilizedJbyJPlatinumJqatecholateJ
qomplexesXJChemPlusChemVJ2017VJf]VJ[Zc]W[Zcd 2.8 4

131
ültrafastJsxcitonJÅelfWérappingJandJrelocalizationJinJqycloparaphenyleneshJéheJRoleJofJ
sxcitedWÅtateJÅymmetryJinJslectronWVibrationalJqouplingXJAngewandteeChemieeseInternationale
EditionVJ2020VJcgVJ[dgfgW[dggd

16.4 4

130
 penWÅhellJÅingletJ—atureJandJˇ�WYˇ�WqonjugationJsffectsJonJtheJéhirdW rderJ—onlinearJ pticalJ
PropertiesJofJÅiJqhainshJPolysilaneJandJPolyRdisileneW[V]WdiylSXJJournaleofePhysicaleChemistryeAVJ2016VJ
[]ZVJgbfWcc

2.8 4

129 QuantumJqhemicalJresignJuuidelinesJforJobsorptionJandJsmissionJqolorJéuningJofJfacWwrRppySâ��J
qomplexesXJMoleculesVJ2018VJ]aVJ 4.8 4

128
éheoreticalJÅtudyJonJ penWÅhellJÅingletJqharacterJandJÅecondJvyperpolarizabilitiesJinJqofacialJ
ˇ�WÅtackedJrimersJqomposedJofJ₃eakJ penWÅhellJontiaromaticJPorphyrinsXJChemPhysChemVJ2018VJ
[gVJ]fdaW]fe[

3.2 4

127 éhirdW rderJ—onlinearJ pticalJPropertiesJofJ neWrimensionalJQuinoidalJ ligothiopheneJ
rerivativesJwnvolvingJPhenoxylJuroupsXJChemistryOpenVJ2017VJdVJcZdWc[a 2.3 4

126
éheoreticalJdesignJofJsolvatochromismJswitchingJbyJphotochromicJreactionsJusingJdonorWacceptorJ
disubstitutedJdiaryletheneJderivativesJwithJoxidizedJthiopheneJringsXJPhysicaleChemistryeChemicale
PhysicsVJ2015VJ[eVJdbfbWgb

3.6 4

125
revelopmentJofJcalculationJandJanalysisJmethodsJforJtheJdynamicJfirstJhyperpolarizabilityJbasedJonJ
theJabJinitioJmolecularJorbitalWquantumJmasterJequationJmethodXJJournaleofePhysicaleChemistryeAVJ
2012VJ[[dVJbae[WfZ

2.8 4

124 éheoreticalJstudiesJonJnonlinearJopticalJpropertiesJofJorganometallicJconjugatedJsystemsJwwwhJ
secondJhyperpolarizabilitiesJofJ–nRwSWcarbeneJsystemsXJSyntheticeMetalsVJ1997VJfdVJ]]b[W]]b] 3.6 4

123 sxcitonJrynamicsJofJ–olecularJoggregateJÅystemsJqomposedJofJériangularJzatticeJünitshJÅtructuralJ
rependenceJofJsxcitonJ–igrationJandJRecurrenceXJJournaleofePhysicaleChemistryeCVJ2008VJ[[]VJ[ddecW[ddf[3.8 4

122 éheoreticalJstudyJonJtwoWphotonJabsorptionJforJsymmetricJmolecularJsystemsJcomposedJofJ
chargedJgroupsJlinkedJwithJaJˇ�WconjugatedJbridgeXJSyntheticeMetalsVJ2005VJ[cbVJ[f[W[fb 3.6 4

121 —WbandJvubbardJmodelsXJwwwXJposonâ��fermionJandJinteractionâ��bosonJmodelsJforJhighWécJ
superconductivityXJInternationaleJournaleofeQuantumeChemistryVJ2006VJ[ZdVJ[Zc]W[Zec 2.1 4

120
évs RséwqozJÅéürYJ —JévsJÅsq —rJvYPsRP zoRwαopwzwéYJR˛‡SJ tJoJv – us—s üÅJ
– zsqüzsJw—JévsJp —rJrwÅÅ qwoéw —JPR qsÅÅhJs—vo—qs–s—éJ tJ˛‡Jw—JévsJw—ésR–srwoésJ
q RRszoéw —JRsuw–sXJJournaleofeNonlineareOpticalePhysicseandeMaterialsVJ2004VJ[aVJb[[Wb[d

0.8 4

119  neWJandJtwoWexcitonJmigrationJdynamicsJofJaJdendriticJmolecularJaggregateXJInternationaleJournale
ofeQuantumeChemistryVJ2003VJgcVJbe]Wbef 2.1 4

118 oJtheoreticalJstudyJonJtheJelectronWexchangeJmechanismJinJtheJqtavUorRaPSJWlqtTaJUJvJUJorJ
reactionXJChemicalePhysicseLettersVJ1994VJ]]bVJbbcWbcZ 2.5 4

117 éheoreticalJ–olecularJresignJofJPhenanthrenesJforJÅingletJtissionJbyJriazadiboraWÅubstitutionXJ
JournaleofePhysicaleChemistryeAVJ2020VJ[]bVJdeefWdefg 2.8 4

116 —earWinfraredJabsorptionJbyJintramolecularJchargeWtransferJtransitionJinJ
cV[ZV[cV]ZWtetraR—WcarbazolylSporphyrinJthroughJprotonationXJChemicaleCommunicationsVJ2019VJccVJ]gg]W]ggc5.8 4

115  riginJofJÅolventWindependentJ pticalJPropertyJofJünsubstitutedJp rwPYJRevisitedXJChemistrye
LettersVJ2017VJbdVJcadWcaf 1.7 3

(2017-2017)
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114 éheoreticalJÅtudyJonJtheJ penWÅhellJÅingletJ—atureJandJtheJÅecondJvyperpolarizabilitiesJofJ
qorannuleneJrerivativesJwithJéwoJPhenoxylJRadicalsXJJournaleofePhysicaleChemistryeAVJ2017VJ[][VJb[e[Wb[eg2.8 3

113
éheoreticalJÅtudyJonJ–agneticJwnteractionJinJPyrazoleWpridgedJrinuclearJ–etalJqomplexhJPossibilityJ
ofJwntramolecularJterromagneticJwnteractionJbyJ rbitalJqounterWqomplementarityXJ
MagnetochemistryVJ2020VJdVJ[Z

3.1 3

112
riradicalJqharacterJandJÅecondJvyperpolarizabilityJofJolkalineJsarthJ–etalJwnverseJÅandwichJ
qomplexesJwnvolvingJqyclopentadienylJandJqyclooctatetraeneJzigandsXJEuropeaneJournaleofe
InorganiceChemistryVJ2018VJ]Z[fVJ]fgbW]fgg

2.3 3

111
riradicalologyJinJthirdWorderJnonlinearJopticalJsystemshJÅecondJhyperpolarizabilitiesJofJ
acetyleneWlinkedJphenalenylWbasedJsuperpolyenesXJInternationaleJournaleofeQuantumeChemistryVJ
2013VJ[[aVJcfcWcg[

2.1 3

110 ontidotJeffectsJonJtheJopenWshellJcharactersJandJsecondJhyperpolarizabilitiesJofJrectangularJ
grapheneJnanoflakesXJInternationaleJournaleofeQuantumeChemistryVJ2013VJ[[aVJdZcWd[[ 2.1 3

109 éhirdWorderJnonlinearJopticalJpropertiesJofJopenWshellJsingletJmolecularJaggregatesJcomposedJofJ
diphenalenylJdiradicalsXJSyntheticeMetalsVJ2009VJ[cgVJ]b[aW]b[c 3.6 3

108 éheoreticalJstudiesJofJsecondJhyperpolarizabilityJbyJpathJintegralJmethodhJsffectsJofJexternalJ
magneticJfieldXJInternationaleJournaleofeQuantumeChemistryVJ1997VJdcVJdgeWeZe 2.1 3

107 –onteJqarloJ₃aveJtunctionJR–q₃tSJapproachJtoJdissipativeJquantumJsystemsJinteractingJwithJaJ
singleWmodeJquantizedJfieldXJInternationaleJournaleofeQuantumeChemistryVJ2003VJgcVJbd[Wbe[ 2.1 3

106 éheoreticalJstudyJonJtheJstructuralJdependencyJofJtheJexcitonJmigrationJofJaJdenriticJmolecularJ
aggregateXJSyntheticeMetalsVJ2003VJ[aeVJfecWfed 3.6 3

105 éhirdWorderJnonlinearJopticalJpropertiesJofJdendriticJmolecularJaggregateshJsffectsJofJfractalJ
architectureXJInternationaleJournaleofeQuantumeChemistryVJ2001VJfbVJdbgWdcg 2.1 3

104 —umericalJcoupledJziouvilleJapproachhJopplicationJtoJsecondJhyperpolarizabilityJofJmolecularJ
aggregateXJInternationaleJournaleofeQuantumeChemistryVJ1999VJe[VJ]gcWaZd 2.1 3

103 VisualizationJofJtwoWbodyJelectronWdensitiesJandJwavefuctionsJforJseveralJmoleculesXJSynthetice
MetalsVJ1999VJ[ZaVJ]ZZ]W]ZZa 3.6 3

102 –anyWelectronWwavepacketsJmethodXJInternationaleJournaleofeQuantumeChemistryVJ1996VJdZVJ[]g[W[aZ[ 2.1 3

101 ültrafastJsxcitonJÅelfWérappingJandJrelocalizationJinJqycloparaphenyleneshJéheJRoleJofJ
sxcitedWÅtateJÅymmetryJinJslectronWVibrationalJqouplingXJAngewandteeChemieVJ2020VJ[a]VJ[e[aeW[e[bb 3.6 3

100
qharacterizationJofJpenzoβaκnaphthoβ]VaWfκpentalenehJwnterrelationJbetweenJ penWshellJandJ
ontiaromaticJqharactersJuovernedJbyJ–odeJofJtheJQuinoidalJÅubunitJandJ–olecularJÅymmetryXJ
ChemistryeseaneAsianeJournalVJ2021VJ[dVJ[ccaW[cd[

4.5 3

99
éunabilityJofJ penWÅhellJqharacterVJqhargeJosymmetryVJandJéhirdW rderJ—onlinearJ pticalJ
PropertiesJofJqovalentlyJzinkedJRveteroSPhenalenylJrimersXJChemistryeseAeEuropeaneJournalVJ2018VJ
]bVJ[g[aW[g][

4.8 3

98
oJéaleJofJéwoJwsomershJsnhancedJontiaromaticityYriradicalJqharacterJversusJreleteriousJ
RingW peningJofJpenzofuranWfusedJsWwndacenesJandJricyclopentaβbVgκnaphthalenesXJAngewandtee
ChemieeseInternationaleEditionVJ2021VJdZVJ]]afcW]]ag]

16.4 3

97
oJQuantumJqhemicalJopproachJtoJtreeJsnergyJqalculationJforJqhemicalJReactionsJinJqondensedJ
ÅystemhJqombinationJofJaJQuantumJqhemicalJ–ethodJwithJaJéheoryJofJÅtatisticalJ–echanicsXJ
ChallengeseandeAdvanceseineComputationaleChemistryeandePhysicsVJ2008VJbccWcZc

0.7 3
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96 éheoreticalJstudyJofJmagneticJinteractionJinJpyrazoleWbridgedJdinuclearJquRwwSJcomplexXJPolyhedronVJ
2017VJ[adVJ[a]W[ac 2.7 2

95
éheoreticalJÅtudyJonJtheJrifferenceJinJslectronJqonductivityJofJaJ neWrimensionalJPentaW—ickelRwwSJ
qomplexJbetweenJontiWterromagneticJandJterromagneticJÅtatesWPossibilityJofJ–olecularJÅwitchJ
withJ penWÅhellJ–oleculesXJMoleculesVJ2019VJ]bVJ

4.8 2

94 éheoreticalJÅtudyJonJÅecondJvyperpolarizabilitiesJofJwntramolecularJPancakeWpondedJriradicaloidsJ
withJvelicalJÅcaffoldsXJACSeOmegaVJ2019VJbVJ]eb[W]ebg 3.9 2

93 éheoreticalJÅtudyJonJÅingletJtissionJrynamicsJinJPentaceneJRingWÅhapedJoggregateJ–odelsJwithJ
rifferentJqonfigurationsXJChemPhotoChemVJ2020VJbVJc]bgWc]da 3.3 2

92
éheoreticalJstudyJonJaromaticJandJopenWshellJcharacteristicsJofJcarbonJnanobeltsJcomposedJofJ
indenoβ[V]WκfluoreneJunitshJdependenceJonJtheJnumberJofJunitsJandJchargeJstatesXXJRSCeAdvancesVJ
2020VJ[ZVJ]ceadW]cebc

3.7 2

91 slectronicJÅtructureJofJ penWÅhellJÅingletJ–oleculeshJriradicalJqharacterJViewpointXJTopicseine
CurrenteChemistryeCollectionsVJ2017VJ[Wde 1.8 2

90
revelopmentJofJaJQuantumJqhemicalJ–ethodJqombinedJwithJaJéheoryJofJÅolutionsâ��treeWsnergyJ
qalculationJforJqhemicalJReactionsJbyJqondensedJPhaseJÅimulationsXJAdvanceseineQuantume
ChemistryVJ2010VJcgVJ]faWac[

1.4 2

89 obJinitioJ– â��qwJbasedJquantumJmasterJequationJapproachhJsxcitonJdynamicsJofJweaklyJandJ
stronglyJcoupledJxWtypeJaggregatesXJSyntheticeMetalsVJ2009VJ[cgVJ][gbW][ge 3.6 2

88 slectronJdonorJsolventJeffectsJonJtheJRvyperSJpolarizabilitiesJofJaJsoluteJpresentingJsingletJ
diradicalJcharacterJ2012VJ 2

87
—umericalJcoupledJziouvilleJapproachhJdependenceJofJpopulationJdifferencesJbetweenJexcitedJandJ
groundJstatesJonJfieldJintensityJandJsizeJofJmolecularJaggregatesXJChemicalePhysicseLettersVJ1998VJ
]ffVJ]cWa]

2.5 2

86 ÅtaticJPolarizabilitiesJR˛–SJandJÅecondJvyperpolarizabilitiesJR˛‡SJofJ neWrimensionalJ
vydrogenWpondedJtormamidesXJComputingeLettersVJ2007VJaVJ]c[W]cd 2

85 QuantumWphaseJdynamicsJofJmolecularJsystemsJinteractingJwithJaJtwoWmodeJsqueezedJvacuumJ
fieldhJretuningJeffectsXJInternationaleJournaleofeQuantumeChemistryVJ2004VJggVJb][WbaZ 2.1 2

84 RemarkableJenhancementJofJtwoWphotonJabsorptionJinJcationJmoleculesXJSyntheticeMetalsVJ2003VJ
[aeVJ[ag[W[ag] 3.6 2

83 sxcitonJ–igrationJrynamicsJofJrcfWlikeJrendriticJ–olecularJoggregateXJMoleculareCrystalseande
LiquideCrystalsVJ2001VJae[VJabcWabf 2

82 sxcitonJqondensateJinJ–odelJrendrimersXJMoleculareCrystalseandeLiquideCrystalsVJ2000VJab]VJ]eaW]ef 2

81 —umericalJqoupledJziouvilleJopproachhJopplicationJtoJ—onperturbativeJÅecondJvyperpolarizabilityJ
ofJaJ–olecularJoggregateXJBulletineofetheeChemicaleSocietyeofeJapanVJ1998VJe[VJ[a[cW[a]Z 5.1 2

80 QuantumJPhaseJrynamicsJofJwnteractionJbetweenJPhotonJtieldJandJ–agneticJÅystemhJsffectsJofJ
–agneticJQuantumJéunnellingXJOpticaleReviewVJ1999VJdVJ]]eW]a[ 0.9 2

79
éhirdW rderJ—onlinearJ pticalJPropertiesJofJˇ�WqonjugatedJÅystemsJwnvolvingJÅulfurJotomshJoJ
ProposalJofJ–ultiWPropertyJ–aterialsJqombiningJqonductivityJandJüniqueJéhirdW rderJ—onlinearityXJ
MoleculareCrystalseandeLiquideCrystalsVJ1999VJaaeVJadgWae]

2
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78 PolarizabilitiesJofJmolecularJclustershJlinearJdimerJmodelsJcomposedJofJh]noXJSyntheticeMetalsVJ
1999VJ[Z]VJ[cb] 3.6 2

77 éheoreticalJstudyJonJsecondJhyperpolarizabilityJofJcopperJdimerXJSyntheticeMetalsVJ1999VJ[Z]VJ[cd] 3.6 2

76 éheoreticalJstudiesJofJthirdJhyperpolarizabilitiesJforJXPwXWconjugatedJorganicJsystemsJwithJintraWJandJ
interWmolecularJchargeWtransferJeffectsXXJKobunshieRonbunshuVJ1990VJbeVJeegWegZ 0 2

75 PolarizabilitiesJandJvyperpolarizabilitiesJofJrendriticJÅystemsXJAdvanceseineMultisphotoneProcessese
andeSpectroscopyVJ2003VJaW[bd 2

74 éheoreticalJÅtudyJonJÅingletJtissionJrynamicsJinJÅumaneneWtusedJoceneJrimersXJJournaleofePhysicale
ChemistryeCVJ2020VJ[]bVJ[gbggW[gcZe 3.8 2

73 QuantumJdesignJforJsingletWfissionWinducedJnonlinearJopticalJsystemshJsffectsJofJˇ�WconjugationJ
lengthJandJmolecularJpackingJofJbutterflyWshapedJacenesXJJournaleofeChemicalePhysicsVJ2020VJ[caVJZfbaZb3.9 2

72 éheoreticalJÅtudyJonJtheJÅecondJvyperpolarizailitiesJofJ ligomericJÅystemsJqomposedJofJqarbonJ
andJÅiliconJˇ�WÅtructuresXJMoleculesVJ2016VJ][VJ 4.8 2

71 ÅtabilizationJofJqhargeWéransferJÅtatesJinJPentaceneJqrystalsJandJwtsJRoleJinJÅingletJtissionXJJournale
ofePhysicaleChemistryeCVJ2021VJ[]cVJ]]dbW]]ec 3.8 2

70  penWÅhellJqharactersVJoromaticitiesJandJéhirdW rderJ—onlinearJ pticalJPropertiesJofJqarbonJ
—anobeltsJqomposedJofJtiveWJandJÅixW–emberedJRingsXJAsianeJournaleofeOrganiceChemistryVJ2018VJeVJ]a]ZW]a]g3 2

69 ÅubstitutionJeffectsJonJopticalJpropertiesJofJiminonitroxideWJsubstitutedJiminonitroxideJdiradicalXJ
MolecularePhysicsVJ2015VJ[[aVJ]deW]ea 1.7 1

68
éheoreticalJÅtudyJofJ—onW–arkovJsffectsJonJÅingletJtissionJrynamicsJofJ–odelJPentaceneJrimersJ
üsingJtheJÅecondW rderJéimeWqonvolutionlessJQuantumJ–asterJsquationJ–ethodXJJournaleofe
PhysicaleChemistryeCVJ2020VJ[]bVJ[]]]ZW[]]]g

3.8 1

67  penWÅhellJqharacterJrependencesJofJtheJÅecondJvyperpolarizabilityJinJéwoWrimensionalJ
éetraradicaloidsXJJournaleofePhysicaleChemistryeAVJ2018VJ[]]VJadfZWadfe 2.8 1

66
tiniteWfieldJmethodJwithJunbiasedJpolarizableJcontinuumJmodelJforJevaluationJofJtheJsecondJ
hyperpolarizabilityJofJanJopenWshellJsingletJmoleculeJinJsolventsXJJournaleofeComputationale
ChemistryVJ2013VJabVJ]abcWc]

3.5 1

65
évs RséwqozJÅéürYJ —J Ps—WÅvszzJ— —zw—soRJ PéwqozJ– zsqüzoRJÅYÅés–ÅJo—rJoJ
rsVsz P–s—éJ tJoJ— VszJq –Püéoéw —ozJÅqvs–sJ tJs−qwé —JrY—o–wqÅXJInternationale
JournaleofeNanoscienceVJ2009VJZfVJ[]aW[]g

0.6 1

64 vyperpolarizabilitiesJofJoneWdimensionalJsystemsJwXJSyntheticeMetalsVJ1997VJfcVJ[[beW[[bf 3.6 1

63 —umericalJcoupledJziouvilleJapproachhJtheJdependenceJofJtheJsecondJhyperpolarizabilityJonJfieldJ
intensityJandJtheJsizeJofJlinearJmolecularJaggregatesXJChemicalePhysicseLettersVJ1998VJ]gZVJ][dW]]] 2.5 1

62
—onWequilibriumJmolecularJdynamicsJsimulationJstudyJonJpermeationJphenomenaJofJzxJparticlesJinJ
slitWshapedJmembranesJwithJperiodicJbeltWlikeJheterogeneousJsurfacesXJFluidePhaseeEquilibriaVJ2007VJ
]ceVJ[gZW[gb

2.5 1

61 oJproposalJofJspinWandJchargeWmodulatedJopenWshellJnonlinearJopticalJsystemsXJSyntheticeMetalsVJ
2005VJ[cbVJaZgWa[] 3.6 1
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60 –onteJqarloJwavefunctionJapproachJtoJtheJdissipativeJquantumWphaseJdynamicsJofJtwoWcomponentJ
poseWsinsteinJcondensatesXJEuropeanePhysicaleJournaleDVJ2006VJafVJc]aWca] 1.3 1

59 QuantumWphaseJdynamicsJofJtwoWcomponentJposeâ��sinsteinJcondensateshJqollapseâ��revivalJofJ
macroscopicJsuperpositionJstatesXJPhysicaeB:eCondensedeMatterVJ2005VJaeZVJ[[ZW[]Z 2.8 1

58
QuantumWphaseJandJinformationWentropyJdynamicsJofJdimersJinteractingJwithJaJsingleWmodeJ
coherentJfieldhJéheJdifferenceJbetweenJoneWJandJtwoWexcitonJmodelsXJInternationaleJournaleofe
QuantumeChemistryVJ2001VJfbVJcaZWcbc

2.1 1

57 —umericalJqoupledJziouvilleJopproachhJJrependenceJofJPolarizabilityJonJtieldJwntensityJandJtheJÅizeJ
ofJzinearJ–olecularJoggregatesXJJournaleofePhysicaleChemistryeAVJ1998VJ[Z]VJdfZeWdf[[ 2.8 1

56 éheoreticalJÅtudiesJonJtheJÅecondJvyperpolarizabilitiesJofJérithiapentaleneJandJwtsJronorJandJ
occeptorJrisubstitutedJÅpeciesXJOpticaleReviewVJ1999VJdVJ]a]W]ad 0.9 1

55 ÅecondJhyperpolarizabilityJofJtrithiapentaleneXJSyntheticeMetalsVJ1999VJ[Z]VJ[cba 3.6 1

54 éheoreticalJstudyJonJpolarizabilityJofJethyleneJbyJpathJintegralJmethodXJSyntheticeMetalsVJ1999VJ[Z[VJc[a3.6 1

53
éheoreticalJÅtudiesJonJ—onlinearJ pticalJPropertiesJofJ rganometallicJqonjugatedJÅystemsJwhJÅtaticJ
éhirdW rderJvyperpolarizabilitiesJofJtirstWJéransitionW–etalJandJ–etalW–ethyleneJqationsXJMoleculare
CrystalseandeLiquideCrystalsVJ1996VJ]fdVJ[cgW[db

1

52  rientationJrependenceJofJéransitionJ–atrixJslementsJforJsnergyJéransferJReactionJqtavJUJorRaPSJ
WlJqtaTUJorJUJvXJChemistryeLettersVJ1994VJ]aVJ[gfcW[gff 1.7 1

51 oJqzoÅÅwtwqoéw —J tJévsJévwRrW RrsRJ Ruo—wqJ— —zw—soRJ PéwqozJÅYÅés–ÅJo—rJ
PR P ÅozJ tJ—s₃WéYPsJÅYÅés–ÅJ1991VJ]cgW]d] 1

50 éheoreticalJÅtudyJonJÅingletJtissionJinJoromaticJriazaJWwndaceneJrimersXJJournaleofePhysicale
ChemistryeAVJ2021VJ[]cVJa]ceWa]de 2.8 1

49 éheoreticalJÅtudyJonJÅingletJtissionJrynamicsJinJÅlipWÅtackWlikeJPentaceneJRingWÅhapedJoggregateJ
–odelsXJJournaleofePhysicaleChemistryeAVJ2021VJ[]cVJccfcWcdZZ 2.8 1

48 ÅynthesisJandJpropertiesJofJhypervalentJelectronWrichJpentacoordinateJnitrogenJcompoundsXJ
ChemicaleScienceVJ2020VJ[[VJcZf]WcZff 9.4 1

47 zongJqarbonWqarbonJpondingJbeyondJ]Jˆ�JinJérisRgWfluorenylideneSmethaneXJJournaleofetheeAmericane
ChemicaleSocietyVJ2021VJ[baVJ[badZW[badd 16.4 1

46 éheoreticalJstudiesJofJsecondJhyperpolarizabilityJbyJpathJintegralJmethodhJsffectsJofJexternalJ
magneticJfieldJ1997VJdcVJdge 1

45 vyperpolarizabilitiesJofJoneWdimensionalJvnJsystemshJÅecondJhyperpolarizabilityJdensityJanalysesJ
forJregularJandJchargedJsolitonlikeJlinearJchainsJ1998VJeZVJ]dg 1

44 rianionJandJricationJofJéetracyclopentatetraphenyleneJasJrecoupledJ
onnuleneWwithinWanWonnuleneJ–odelsXJAngewandteeChemieeseInternationaleEditionVJ2021VJ 16.4 1

43 qorrelationJbetweenJÅlowJ–agneticJRelaxationsJandJ–olecularJÅtructuresJofJryRwwwSJqomplexesJwithJ
—c bJ—onaWqoordinationXJMagnetochemistryVJ2019VJcVJ]e 3.1 0
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42 évwRrW RrsRJ— —zw—soRJ PéwqozJPR PsRéwsÅJ tJ Ps—WÅvszzJo—rY RJqvoRusrJ
– zsqüzoRJÅYÅés–ÅJ2006VJaaeWbZb 0

41 éheoreticalJÅtudyJonJ penWÅhellJ—onlinearJ pticalJÅystemsXJMaterialseResearcheSocietyeSymposiae
ProceedingsVJ2004VJfbdVJrr[XbX[ 0

40
oJéaleJofJéwoJwsomershJsnhancedJontiaromaticityYriradicalJqharacterJversusJreleteriousJ
RingW peningJofJpenzofuranWfusedJsWwndacenesJandJricyclopentaβbVgκnaphthalenesXJAngewandtee
ChemieVJ2021VJ[aaVJ]]ccgW]]cdd

3.6 0

39 wntramolecularJPancakeJpondingJinJvelicalJÅtructuresXJChemistryeseAeEuropeaneJournalVJ2017VJ]aVJeaf[Weaf[4.8

38 éheoreticalJÅtudyJonJÅingletJtissionJrynamicsJinJPentaceneJRingWÅhapedJoggregateJ–odelsJwithJ
rifferentJqonfigurationsXJChemPhotoChemVJ2020VJbVJc]abWc]ab 3.3

37
riradicalJqharacterJandJÅecondJvyperpolarizabilityJofJolkalineJsarthJ–etalJwnverseJÅandwichJ
qomplexesJwnvolvingJqyclopentadienylJandJqyclooctatetraeneJzigandsXJEuropeaneJournaleofe
InorganiceChemistryVJ2018VJ]Z[fVJ]ff]W]ff]

2.3

36 riradicalJqharacterJViewJofJÅingletJtissionXJSpringereBriefseineMoleculareScienceVJ2014VJegW[[] 0.6

35 wnnentitelbildhJéetracyclopentaβdefVjklVpqrVvwxκtetraphenylenehJoJPotentialJéetraradicaloidJ
vydrocarbonJRongewXJqhemXJeY]Z[cSXJAngewandteeChemieVJ2015VJ[]eVJ]ZZZW]ZZZ 3.6

34
éheoreticalJstudyJonJtheJsecondJhyperpolarizabilitiesJofJoneWdimensionalJheteronuclearJ
transitionWmetalâ��metalJbondedJsystemshJ–etalJalignmentJeffectsXJChemicalePhysicseLettersVJ2015VJ
dbZVJ[dcW[e[

2.5

33 QuantumJ–asterJsquationJÅtudyJofJslectromagneticallyJwnducedJéransparencyJinJripoleWqoupledJ
rimerJ–odelsXJProgresseineTheoreticaleChemistryeandePhysicsVJ2012VJ[ZgW[]Z 0.6

32 Rˆ…cktitelbildhJwndenoβ]V[WbκfluorenehJoJ]ZWˇ�WslectronJvydrocarbonJwithJVeryJzowWsnergyJzightJ
obsorptionJRongewXJqhemXJ]aY]Z[aSXJAngewandteeChemieVJ2013VJ[]cVJd]]fWd]]f 3.6

31 sxcitonJRecurrenceJ–otionJinJroubleWRingJ–olecularJoggregatesJwnducedJbyJéwoW–odeJ
qircularWPolarizedJzaserJtieldXJJournaleofePhysicaleChemistryeCVJ2010VJ[[bVJdZdeWdZed 3.8

30 éheoreticalJÅtudiesJonJvyperpolarizabelitiesJofJ—itroxideJÅpeciesJwwXJÅecondJvyperpolarizabilityJofJ
pW—P——XJMoleculareCrystalseandeLiquideCrystalsVJ1997VJ]gbVJ]c[W]cb

29 —umericalJcoupledJziouvilleJapproachhJQuantumJdynamicsJofJlinearJmolecularJaggregatesJunderJ
intenseJelectricJfieldsXJInternationaleJournaleofeQuantumeChemistryVJ1998VJeZVJeeWfe 2.1

28
éheoreticalJstudyJonJtheJsecondJhyperpolarizabilitiesJofJtetrathiafulvaleneJRéétSJandJ
tetrathiapentaleneJRééPSJusingJhighlyJcorrelatedJabJinitioJ– JandJtheJdensityJfunctionalJtheoryJ
methodsXJSyntheticeMetalsVJ2006VJ[cdVJaecWaef

3.6

27 wntermolecularJinteractionJeffectsJonJsecondJhyperpolarizabilitiesJofJclustersJincludingJchargedJ
speciesXJJournaleofeComputationaleMethodseineScienceseandeEngineeringVJ2006VJdVJ][[W]]] 0.3

26 opJw—wéw JÅéürYJ —J— —zw—soRJ PéwqozJPR PsRéwsÅJt RJÅ–ozzJrs—rRwéwqJ– zsqüzsÅXJ
JournaleofeNonlineareOpticalePhysicseandeMaterialsVJ2004VJ[aVJb[eWb]] 0.8

25 éheoreticalJstudyJonJquantumJdynamicsJofJboseJsystemJinteractingJwithJphotonJfieldXJInternationale
JournaleofeQuantumeChemistryVJ2001VJfbVJbZ[WbZf 2.1
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24
éheoreticalJÅtudyJonJtheJPolarizabilitiesJofJéwoWrimensionallyWurownJrendriticJ–olecularJ
oggregateshJéheJortichitectureWJandJÅizeWrependencyXJMoleculareCrystalseandeLiquideCrystalsVJ2001VJ
ae[VJ][cW][f

23
Åsq —rJvYPsRP zoRwαopwzwéwsÅJ tJ– zsqüzoRJouuRsuoésÅhJw—ésR– zsqüzoRJ
 RpwéozWw—ésRoqéw —Jo—rJÅPw—Wq —twuüRoéw —JsttsqéÅXJInternationaleJournaleofeNanoscienceVJ
2002VJZ[VJcbcWcbg

0.6

22 — —zw—soRJ PéwqozJPR PsRéwsÅJ tJÅsVsRozJˇ�Wq —xüuoésrJÅYÅés–ÅJw—qzürw—uJ—wéR us—J
oé –ÅXJInternationaleJournaleofeNanoscienceVJ2002VJZ[VJdc[Wdcc 0.6

21 évs RséwqozJÅéürYJ tJs−qwé —â��s−qwé —Jq RRszoéw —JsttsqéJ —Js−qwé —J–wuRoéw —Jw—J
– zsqüzoRJouuRsuoésXJInternationaleJournaleofeNanoscienceVJ2002VJZ[VJe[aWe[e 0.6

20 PolarizabilitiesJofJrendriticJ–olecularJoggregateshJqontributionJofJsxcitonJuenerationXJMoleculare
CrystalseandeLiquideCrystalsVJ2000VJab]VJaZaWaZf

19 sxcitonJ–igrationJPathwaysJinJrendriticJ–olecularJoggregatesXJMoleculareCrystalseandeLiquide
CrystalsVJ2000VJab]VJ]geWaZ]

18
éheoreticalJÅtudyJonJ—earWResonantJéhirdW rderJ—onlinearJ pticalJPropertiesJR˛‡SJofJrendriticJ
–olecularJoggregateshJwntermolecularWwnteractionJandJRelaxationJsffectsJonJ˛‡XJMoleculareCrystalse
andeLiquideCrystalsVJ2001VJae[VJ]d[W]db

17 éheoreticalJÅtudyJonJtheJÅecondJvyperpolarizabilitiesJforJÅmallJRadicalJÅystemsXJMoleculareCrystalse
andeLiquideCrystalsVJ1999VJaaeVJagaWagd

16 éheoreticalJÅtudyJonJtheJÅecondJvyperpolarizabilitiesJforJÅmallJRadicalJÅystemsXJOpticaleReviewVJ
1999VJdVJ]aeW]b[ 0.9

15 QuantumJphaseJdynamicshJcollapseJandJrevivalJbehaviorJinJaJtwoWJandJaJthreeWstateJmoleculeJ
systemsJinteractingJwithJanJinitiallyJoneWmodeJcoherentJfieldXJSyntheticeMetalsVJ1999VJ[Z]VJ[cbZW[cb[ 3.6

14 ÅecondJhyperpolarizabilitiesJofJ[WcenterJradicalsXJSyntheticeMetalsVJ1999VJ[Z]VJ[ccbW[ccc 3.6

13
rampingJwaveJpacketJapproachhJaJcalculationJmethodJofJnonperturbativeJnonlinearJopticalJ
susceptibilitiesJincludingJeffectsJofJnuclearJmotionJatJfiniteJtemperaturesXJChemicalePhysicseLettersVJ
1996VJ]cfVJaZeWa[c

2.5

12 –olecularJÅimulationJÅtudyJonJodsorptionJofJ–ethanolY₃aterJ–ixedJuasesJinJ–esoporousJÅilicasJ
withJÅurfaceJ–odificationXJKagakueKogakueRonbunshuVJ2006VJa]VJ[fW]b 0.4

11 éheoreticalJÅtudyJonJtheJÅecondJvyperpolarizabilitiesJofJriphenalenylJRadicalJÅystemsJ2006VJ]a[W]bZ

10 éheoreticalJÅtudyJonJtheJsffectsJofJsnvironmentJaroundJtheJoctiveJÅiteJonJwonizationJPotentialJinJ
β]teW]ÅκJterredoxinXJJournaleofeComputereChemistryeJapanVJ2019VJ[fVJ]agW]bZ 0.2

9 slectronicJÅtructuresJofJÅymmetricJriradicalJÅystemsXJSpringereBriefseineMoleculareScienceVJ2014VJgW]d 0.6

8 ÅummaryJandJtutureJProspectsXJSpringereBriefseineMoleculareScienceVJ2014VJ[[aW[[d 0.6

7 slectronicJÅtructuresJofJosymmetricJriradicalJÅystemsXJSpringereBriefseineMoleculareScienceVJ2014VJ]eWb[ 0.6
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6 riradicalJqharacterJViewJofJR—onSzinearJ pticalJPropertiesXJSpringereBriefseineMoleculareScienceVJ
2014VJbaWee 0.6

5  riginJofJtheJsnhancementJofJtheJÅecondJvyperpolarizabilitiesJofJ–etalWqarbonJpondsXJJournaleofe
PhysicaleChemistryeAVJ2016VJ[]ZVJdfafWbc 2.8

4 éheoreticalJstudyJonJtheJeffectJofJapplyingJanJexternalJstaticJelectricJfieldJonJtheJsingletJfissionJ
dynamicsJofJpentaceneJdimerJmodelsXJPhysicaleChemistryeChemicalePhysicsVJ2021VJ]aVJ[[d]bW[[dab 3.6

3 éheoreticalJÅtudyJonJéhirdW rderJ—onlinearJ pticalJPropertiesJforJ neWvoleWropedJriradicaloidsXJ
ACSeOmegaVJ2021VJdVJaZbdWaZcg 3.9

2
riradicalJqharacterJandJÅecondJvyperpolarizabilityJofJolkalineJsarthJ–etalJwnverseJÅandwichJ
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