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100 −heoreticalIdescriptionIofIdyeIregenerationIonItheI−i…I[Iâ��dyeâ��electrolyteImodelWIComputationalf
MaterialsfScienceUI2016UIZZZUI[]eV[^b 3.2 18

99 −heoreticalI·tudiesIofI·pectroscopicIˆropertiesIofI·everalInindingIyodelsIofIZeYcItoI−i…[I·urfaceI
inIpyeV·ensitizedI·olarIoellWISciencefoffAdvancedfMaterialsUI2016UIdUIZcZeVZc[c 2.3 2

98
towItheIsubstituentsIinIcorannuleneIandIsumaneneIderivativesIalterItheirImolecularIassemblingsI
andIchargeItransportIpropertieskVVmItheoreticalIstudyIwithIaIdimerImodelWIJournalfoffComputationalf
ChemistryUI2016UI]cUIdZ]V[^

3.5 12

97 −heIinfluenceIofIanIinnerIelectricIfieldIonItheIperformanceIofIthreeItypesIofIZnVporphyrinI
sensitizersIinIdyeIsensitizedIsolarIcellsfIaItheoreticalIstudyWIJournalfoffMaterialsfChemistryfCUI2016UI^UIZYZ]YVZYZ^a7.1 23

96 −heoreticalIandIexperimentalIstudyIonIintramolecularIchargeVtransferIinIsymmetricI
biVZU]U^VoxadiazoleIderivativesWIJournalfoffPhotochemistryfandfPhotobiologyfA:fChemistryUI2015UI]Z[UI[YV[c4.7 24

95 −heoreticalIstudyIonIaIhighVefficientIporphyrinVsensitizerIinIaIlocalIelectricIfieldfItowIdoesItheIlocalI
electricIfieldIaffectsItheIperformanceIofIdyeVsensitizedIsolarIcellskWIOrganicfElectronicsUI2015UI[bUIZb^VZca3.5 14

94
−heoreticalIinvestigationIonIremoteVcontrolIphotocycloreversionIofIdithienyletheneIdrivenIbyI
azobenzeneIchromophoresWISpectrochimicafActaftfPartfA:fMolecularfandfBiomolecularfSpectroscopyUI
2015UIZ]cUIedcVe^

4.4 4

93 −heoreticalIstudiesIofIfluorineIsubstituentIeffectIonIorganicIphotoVsensitizersIinIdyeIsensitizedI
solarIcellsWIComputationalfandfTheoreticalfChemistryUI2015UIZYbcUIZZeVZ[d 2 4

92 −heIinducedIcurrentIstrengthsIandIaromaticIpathwaysIofIheteroporphyrinsIandItheirIantiaromaticI
derivativesWIInternationalfJournalfoffQuantumfChemistryUI2015UIZZaUIed]Vedd 2.1 5

(2015-2016)
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91
piscoveringItheIintermediateIofIdyeIregenerationIinIdyeVsensitizedIsolarIcellsfI−heoreticalI
investigationsIonItheIinteractionIbetweenIorganicIdyeIwithIdifferentIdonorsIandIWIDyesfandf
PigmentsUI2015UIZ[YUIc^Vd^

4.6 21

90 qxploringItheIsensitizationIpropertiesIofIthienylVfunctionalizedItripyrroleI²uQuuRIcomplexesIonI−i…[I
QZYZRIsurfacefIaItheoreticalIstudyWITheoreticalfChemistryfAccountsUI2015UIZ]^UIZ 1.9 3

89 −heoreticalIresearchIonItheIeffectIofIregulatedIˇ�VconjugationIonItheIphotophysicalIpropertiesIofI
urQuuuRIcomplexesWIPhysicalfChemistryfChemicalfPhysicsUI2015UIZcUIZYYZ^V[Z 3.6 26

88 −heoreticalIinvestigationIonIexcitedVstateIcyclizationIreactionsIofIplatinumVsensitizedI
dithienyletheneIcomplexesWIJournalfoffPhysicalfChemistryfAUI2015UIZZeUI[dZeV[d 2.8 10

87 −heoreticalIstudiesIonItheIspectroscopicIpropertiesIofIporphyrinIderivativesIforIdyeVsensitizedI
solarIcellIapplicationWIRSCfAdvancesUI2015UIaUI]]ba]V]]bba 3.7 24

86 ˆolymorphismIdependentIchargeItransportIpropertyIofIeUZYVbisQQqRV[VQpyridV[VylRvinylRanthracenefIaI
theoreticalIstudyWIRSCfAdvancesUI2015UIaUIZddcaVZdddY 3.7 6

85 oontrollableImolecularIaggregationIandIfluorescenceIpropertiesIofIZU]U^VoxadiazoleIderivativesWI
JournalfoffMaterialsfChemistryfCUI2015UI]UIZZbdZVZZbdd 7.1 19

84 mIrelativisticIpr−IprobeIofIenergeticsIandIstructuralIpropertiesIofIcatalyticallyIimportantI
macrocyclicIdiuraniumQuuuRIcomplexesWIInorganicafChimicafActaUI2015UI^]cUIeaVZY[ 2.7 2

83 −heoreticalIstudiesIofIheteroatomVdopingIinI−i…[ItoIenhanceItheIelectronIinjectionIinI
dyeVsensitizedIsolarIcellsWIRSCfAdvancesUI2015UIaUIcedbdVcedc] 3.7 11

82
ˆlanarIamineVbasedIdyeIfeaturesItheIrigidifiedI…VbridgedIdithiopheneIˇ�VspacerfImIpotentialI
highVefficiencyIsensitizerIforIdyeVsensitizedIsolarIcellsIapplicationWIJournalfoffPowerfSourcesUI2015UI
[caUI[YcV[Zb

8.9 39

81 −uningIelectronicIstructuresIofIuranylIfluoridesIviaIincreasingIequatorialIpyridylInumberIandI
extendingIpyridylIconjugationWIComputationalfandfTheoreticalfChemistryUI2015UIZYaZUIZ^^VZaY 2 1

80 −heoreticalIinvestigationIonIaIseriesIofInovelI·U·VdioxideIdiarylethenesIwithIabnormalI
photochromicIpropertiesIandIdesignIofInewIdyadsWINewfJournalfoffChemistryUI2015UI]eUIZb]^VZb^[ 3.6 10

79 −heoreticalIstudiesIofIelectronicIandIopticalIpropertiesIofItheItriphenylamineVbasedIorganicIdyesI
withIdiketopyrrolopyrroleIchromophoreWIDyesfandfPigmentsUI2015UIZZ]UIdcVea 4.6 41

78 −heoreticalIstudyIonIaIseriesIofIiridiumIcomplexesIwithIlowIefficiencyIrollVoffIpropertyWI
SpectrochimicafActaftfPartfA:fMolecularfandfBiomolecularfSpectroscopyUI2015UIZ]^UI^YbVZ[ 4.4 19

77 qnhancingIqlectronIunjectionIinIpyeV·ensitizedI·olarIoellsIbyImdoptingIγbTVpopedI−i…[IzanowiresfI
mI−heoreticalI·tudyWIEuropeanfJournalfoffInorganicfChemistryUI2015UI[YZaUIaab]VaacY 2.3 6

76
−heIimpactIofImolecularIstackingIinteractionsIonItheIelectronicIstructureIandIchargeItransportI
propertiesIinIdistyrylbenzeneIQp·nVRIbasedIpâ��mIcomplexesfIaItheoreticalIstudyWIRSCfAdvancesUI2015UI
aUI^cbdZV^cbeZ

3.7 10

75 mItheoreticalIinvestigationIonItheIˇ�VconjugationIeffectIonItheIstructuresIandIspectralIpropertiesIofI
tetraIpyrroleIzincIcomplexesWISyntheticfMetalsUI2015UI[ZYUI[adV[bc 3.6 3

74 –uaternaryIammoniumIhydroxideIasIaImetalVfreeIandIhalogenVfreeIcatalystIforItheIsynthesisIofI
cyclicIcarbonatesIfromIepoxidesIandIcarbonIdioxideWICatalysisfSciencefandfTechnologyUI2015UIaUI[]Z^V[][Z5.5 94
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73 yolecularIdesignIofIorganicIdyesIwithIdiketopyrrolopyrroleIforIdyeVsensitizedIsolarIcellfImI
theoreticalIapproachWIInternationalfJournalfoffQuantumfChemistryUI2014UIZZ^UIabYVabc 2.1 15

72 −heoreticalIstudyIonItheIelectronicIstructuresIandIpropertiesIofIdiindolocarbazoleIisomersWIJournalf
offPhysicalfOrganicfChemistryUI2014UI[cUIec]VedY 2.1 6

71 γhatIyakesItydroxamateIaIˆromisingImnchoringIsroupIinIpyeV·ensitizedI·olarIoellskIunsightsIfromI
−heoreticalIunvestigationWIJournalfoffPhysicalfChemistryfLettersUI2014UIaUI]ee[Ve 6.4 58

70 zewIZn´†TIcoordinationIpolymersIconstructedIfromIacylhydrazidateImoleculesfIsynthesisIandI
structuralIcharacterizationWIDaltonfTransactionsUI2014UI^]UIZabZcV[c 4.3 15

69 mnalysisIofIethylIandImethylIcentraliteIvibrationalIspectraIforImappingIorganicIgunshotIresiduesWI
AnalystsfTheUI2014UIZ]eUI^[cYVd 5 14

68 −heoreticalIinvestigationIofItheIadsorptionUIu²UIandIelectronIinjectionIofIhydroxamateIanchorIatItheI
−i…[IanataseIQZIYIZRIsurfaceWIRSCfAdvancesUI2014UI^UIZebeYVZebe] 3.7 23

67 teterostructuredIoo]…^Xˆquâ��oz−sIcompositefIfabricationUIcharacterizationIandIo…IgasIsensorsIatI
roomItemperatureWIJournalfoffMaterialsfChemistryfAUI2014UI[UI^aadV^aba 13 47

66 −heoreticalIstudiesIonItheIinteractionIofIrutheniumIsensitizersIandIredoxIcoupleIinIdifferentI
deprotonationIsituationsWIJournalfoffPhysicalfChemistryfAUI2014UIZZdUI[[^^Va[ 2.8 11

65 pesignIofIpâ��mâ��ˇ�â��mIorganicIdyesIwithIdifferentIacceptorIandIauxiliaryIacceptorIforIhighlyIefficientI
dyeVsensitizedIsolarIcellsfIaIcomputationalIstudyWIRSCfAdvancesUI2014UI^UIaY]]dVaY]aY 3.7 32

64 mccurateIsimulationIofIgeometryUIsingletVsingletIandItripletVsingletIexcitationIofIcyclometalatedI
iridiumQuuuRIcomplexWIJournalfoffMolecularfModelingUI2014UI[YUI[ZYd 2 5

63 −heoreticalIinvestigationIofItriphenylamineVbasedIsensitizersIwithIdifferentIˇ�VspacersIforIp··oWI
SpectrochimicafActaftfPartfA:fMolecularfandfBiomolecularfSpectroscopyUI2014UIZZdUIZZ^^VaZ 4.4 42

62 qxcitedIstatesIofIaIsignificantlyIruffledIporphyrinfIcomputationalIstudyIonIstructureVinducedIrapidI
decayImechanismIviaIintersystemIcrossingWIJournalfoffPhysicalfChemistryfAUI2014UIZZdUI^Zd^Ve^ 2.8 14

61 −heoreticalIstudyIonImolecularIpackingIandIelectronicIstructureIofIbiVZU]U^VoxadiazoleIderivativesWI
RSCfAdvancesUI2014UI^UIaZe^[VaZe^e 3.7 7

60 −heoreticalIinvestigationIonItheIspectroscopyIprosperitiesIofIfourIisomersIofIanIencoderImoleculeI
rsp−qWIDyesfandfPigmentsUI2014UIZYcUIZYdVZZc 4.6 3

59 oomputationalIstudyIonIzincIporphyrinIanalogsIforIuseIinIdyeVsensitizedIsolarIcellsWIJournalfoff
PorphyrinsfandfPhthalocyaninesUI2014UIZdUI^YbV^Za 1.8 3

58 −heoreticalIstudiesIonItheIdihydrogenIbondingIbetweenIshortchainIhydrocarbonIandImagnesiumI
hydrideWIChemicalfResearchfinfChinesefUniversitiesUI2014UI]YUId]ZVd]b 2.2

57 −heoreticalI·tudiesIonIˆhosphorescentIyaterialsfI−heIoonjugationVqxtendedIˆtuuIoomplexesWI
AustralianfJournalfoffChemistryUI2014UIbcUIZa[[ 1.2 1

56
−heoreticalIinvestigationIandIdesignIofIhighVefficiencyIdithiafulvenylVbasedIsensitizersIforI
dyeVsensitizedIsolarIcellsfItheIimpactsIofIelongatingIˇ�VspacersIandIrigidifyingIdithiopheneWIPhysicalf
ChemistryfChemicalfPhysicsUI2014UIZbUIe^adVbd

3.6 33
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55 −heoreticalIstudiesIonIstructuralIandIspectroscopicIpropertiesIofIphotoelectrochemicalIcellI
rutheniumIsensitizersUIderivativesIofIm²[YWIInternationalfJournalfoffQuantumfChemistryUI2013UIZZ]UIdeZVeYZ2.1 5

54 pr−X−ppr−IinvestigationIonIbisVcyclometalatedIalkynylgoldQuuuRIcomplexfIoomparisonIofIabsorptionI
andIemissionIpropertiesWISciencefChinafChemistryUI2013UIabUIb^ZVb^c 7.9 1

53 oonnectionIstyleIandIspectroscopicIpropertiesfI−heoreticalIunderstandingIofItheIinterfaceI
betweenIzc^eIandI−i…[IinIp··osWIDyesfandfPigmentsUI2013UIeeUI[YZV[Yd 4.6 17

52 −heoreticalIanalysisIonImagneticIpropertiesIofIconjugatedIorganicImoleculesIcontainingIborepinWI
ChemicalfResearchfinfChinesefUniversitiesUI2013UI[eUIeb[Vebd 2.2 3

51
·ynthesisUIstructuralIcharacterizationIandIphotoluminescenceIpropertyIofIthreeI
ZnQ[TRXynQ[TRVacylhydrazidateIcomplexesIandItwoIacylhydrazideImoleculesWIDaltonfTransactionsUI
2013UI^[UIZba^cVaa

4.3 23

50 …xalateVextendedIod[Tâ��acylhydrazidateIcoordinationIpolymersfIsynthesisUIstructureIandI
fluorescenceIpropertyWICrystEngCommUI2013UIZaUIaeZe 3.3 19

49 zewIod[TUIˆb[TIcomplexesIwithIacylhydrazidateImoleculesIfromIinIsituIacylationIreactionsWIDaltonf
TransactionsUI2013UI^[UIdccZVdY 4.3 23

48 qffectIofIxigandsIonItheIˆhotoluminescenceIˆerformanceIofIurQuuuRIoomplexesfImI−heoreticalI
qxplorationWIAdvancedfMaterialsfResearchUI2013UIcedVceeUI[ZeV[[[ 0.5

47 −heoreticalIstudiesIonIspectroscopicIpropertiesIofIrutheniumIsensitizersIabsorbedItoI−i…[IfilmI
surfaceIwithIconnectionImodeIforIp··oWIDyesfandfPigmentsUI2012UIe^UI^aeV^bd 4.6 56

46 −heoreticalIinvestigationIonItheIphotophysicalIpropertiesIofIzVheterocyclicIcarbeneIiridiumIQuuuRI
complexesIQfpmbRQxRurQbptzRQ]VxRIQxIiIZV[RWIJournalfoffComputationalfChemistryUI2012UI]]UIZY]dV^b 3.5 21

45
poesItheImolecularIstructureIofIoat[IaffectItheIdihydrogenIbondingIinIoat[Iâ�ƒItYIQYIiIot]UIo[t]UI
o[tUIozUIandIzoRIcomplexeskImIquantumIchemistryIstudyIusingIyˆ[IandIn]xYˆImethodsWISciencef
ChinafChemistryUI2012UIaaUI[b[V[be

7.9 3

44
−pVpr−IinvestigationIofIelectronicIstructuresUIphotophysicalIpropertiesIandItheItheoreticalIdesignI
ofI…xqpsIbasedIonIphosphorescentIurQuuuRIcomplexesIbearingItheInonVˇ�IelectronVconjugatedI
carbeneIligandWIMolecularfPhysicsUI2012UIZZYUIZdaVZec

1.7 5

43 mnIefficientIfluorescentIsensorIforIredoxIactiveIspeciesIbasedIonInovelIpolyQarylIetherRIcontainingI
electroactiveIpendantWIJournalfoffMaterialsfChemistryUI2012UI[[UI]Y[d 14

42 zewImonoacylhydrazidateVcoordinatedIyn[TIandIˆb[TIcompoundsWIDaltonfTransactionsUI2012UI^ZUIbZ]cV^c4.3 25

41 ·ynthesisUIstructuralIcharacterizationIandIphotoluminescenceIpropertyIofIfourI
diQmonoRacylhydrazidateVcoordinatedIod[TIandIZn[TIcompoundsWICrystEngCommUI2012UIZ^UIdZb[ 3.3 19

40 zewIphotoluminescenceIacylhydrazidateVcoordinatedIcomplexesWIDaltonfTransactionsUI2012UI^ZUI[]d[Ve[4.3 35

39 zewIorganicallyItemplatedIchainedIandIlayeredIiodoplumbatesWICrystEngCommUI2012UIZ^UI^YYY 3.3 42

38
pr−IandI−pVpr−IstudyIonItheIelectronicIstructuresIandIphosphorescentIpropertiesIofI
bVphenylV[U[PVbipyridineItridentateIiridiumQuuuRIcomplexesIandItheirIisomerWIDaltonfTransactionsUI
2012UI^ZUId^^ZVb

4.3 28
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37
ˆhosphorescentIurQuuuRIcomplexesIbearingItheIuniqueIˆˆh[IunitfI−heIelectronicIstructuresUIopticalI
propertiesIandIphosphorescenceImechanismIfromI−pVpr−IinvestigationWIComputationalfandf
TheoreticalfChemistryUI2012UIeceUId[Vdd

2 3

36
−heoreticalIstudiesIonItheIelectronicIstructuresIandIopticalIpropertiesIofItheIthiopheneIoligomerI
containingI[VQtrifluoromethylRIthienoI[]UI^Vb]IthiopheneImoietyIandItheIor]IendVcapsWIJournalfoff
PolymerfResearchUI2012UIZeUIZ

2.7 1

35 −heoreticalIstudiesIofItheIstructuresIandIspectroscopicIpropertiesIofItheIphotoelectrochemicalIcellI
rutheniumIsensitizersUIoZYZIandIvZ]WISciencefChinafChemistryUI2012UIaaUI]edV^Yd 7.9 2

34 mIom··orXom·ˆ−[IstudyIonItheIlowVlyingIelectronicIstatesIofItheIot]··IandIitsIcationWI
InternationalfJournalfoffQuantumfChemistryUI2012UIZZ[UIZa]cVZa^b 2.1 5

33 −heoreticalIstudiesIofItheIstructuralUIelectronicIandIopticalIpropertiesIofIcarbazoleVbasedI
compoundsWIJournalfoffPhysicalfOrganicfChemistryUI2012UI[aUI]]^V]^[ 2.1 5

32 −heoreticalImnalysisIonIyolecularIyagneticIˆropertiesIofIzVoonfusedIˆorphyrinsIandIutsI
perivativesWIBulletinfoffthefKoreanfChemicalfSocietyUI2012UI]]UI[e]cV[e^[ 1.2 4

31
−heoreticalIunderstandingIofIrutheniumQuuRIbasedIfluorideIsensorIderivedIfromI
^UaVbisQbenzimidazolV[VylRimidazoleIQt]umnzimRIandIbipyridinefIelectronicIstructureIandIbindingI
natureWIJournalfoffPhysicalfChemistryfAUI2011UIZZaUIZedaVeZ

2.8 28

30 …nItheIviabilityIofIcyclometalatedI²uQuuRIcomplexesIasIdyesIinIp··oIregulatedIbyIo……tIgroupUIaI
pr−IstudyWIPhysicalfChemistryfChemicalfPhysicsUI2011UIZ]UI[[YbVZ] 3.6 62

29 −heoreticalIstudiesIonIstructuresIandIspectroscopicIpropertiesIofIhighlyIefficientIphosphorescentI
iridiumQuuuRIcomplexesIwithIpyrazineIandIpyrimidineIligandsWISyntheticfMetalsUI2011UIZbZUI[^e[V[^ec 3.6 4

28 mbIinitioIandIpr−IstudyIofItheIelectronicIstructuresIandIspectroscopicIpropertiesIofIpyreneIligandsI
andItheirIcyclometalatedIcomplexesWIInternationalfJournalfoffQuantumfChemistryUI2011UIZZZUI[[adV[[bc 2.1 3

27
−heoreticalIinvestigationIonItheIspectroscopicIpropertiesIofIcyclometallatedIiridiumIQuuuRIcomplexesI
andItheIdeprotonationIinfluenceIonIthemIinIsolutionWIInternationalfJournalfoffQuantumfChemistryUI
2011UIZZZUI^YdYV^YeY

2.1 5

26 pihydrogenIbondIinIo[t^â��InIolInII´•´•´•IzatIQnIiIYUIZUI[UI]RIcomplexesfIabIinitioUImuyIandIzn…IstudiesWI
MolecularfPhysicsUI2011UIZYeUIb^aVba] 1.7 10

25 qfficientIblueVemittingIurQuuuRIcomplexesIwithIphosphineIcarbanionVbasedIancillaryIligandfIaIpr−I
studyWIJournalfoffPhysicalfChemistryfAUI2011UIZZaUIZZbdeVea 2.8 34

24
qxperimentalIandItheoreticalIstudyIonImolecularIaggregationIandIitsIeffectIonItheIphotoVphysicalI
propertiesIofItheImesogenicIbiVZU]U^VthiadiazoleIderivativeWIPhysicalfChemistryfChemicalfPhysicsUI
2011UIZ]UIebecVcYa

3.6 7

23
−heoreticalIstudiesIonIstructuresIandIspectroscopicIpropertiesIofIaIseriesIofIheterolepticIiridiumI
complexesIbasedIonItridentateIbisQbenzimidazolylRpyridineIligandWIComputationalfandfTheoreticalf
ChemistryUI2011UIeb]UI[edV]Ya

2 3

22 −heoreticalIstudyIofItheIlowVlyingIelectronicIstatesIofIooorIradicalIandIitsIionsWIComputationalfandf
TheoreticalfChemistryUI2011UIeb^UI[ccV[d[ 2 1

21 mIpr−IexplorationIofIluminescentIrheniumQuRItricarbonylIdiimineIcomplexIwithIaItriarylboronImoietyI
andIitsIrIderivativeWIJournalfoffOrganometallicfChemistryUI2011UIbebUI[e^]V[e^d 2.3 7

20 pesignIofInewIbenzothiadiazoleVbasedIlinearIandIstarImoleculesIwithIdifferentIfunctionalIgroupsI
asIsolarIcellsImaterialsfImItheoreticalIapproachWISolarfEnergyfMaterialsfandfSolarfCellsUI2011UIeaUIZdYYVZdZY6.4 28
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19 −heoreticalI·tudiesIonI·tructuresIandI·pectroscopicIˆropertiesIofItighlyIqfficientIˆhosphorescentI
[²uQterpyRQphenRπ]TIoomplexesWIChinesefJournalfoffChemicalfPhysicsUI2011UI[^UI]eZV]ed 0.9

18 pirectIevidenceIforItheIeffectIofIlateralIhydrogenIbondingIonItheIsmecticIphaseWILiquidfCrystalsUI
2011UI]dUIcbcVcc^ 2.3 11

17
pr−X−ppr−IinvestigationIofItheIelectronicIstructuresIandIoptoelectronicIpropertiesIofI
phosphorescentIiridiumIQuuuRIcomplexesIwithInonVconjugatedIcyclometalatedIcarbeneIligandsWI
MolecularfPhysicsUI2011UIZYeUIZbacVZbca

1.7 19

16 om··orXom·ˆ−[IcalculationIofItheIlowVlyingIelectronicIstatesIofItheIot]·eIneutralIradicalIandIitsI
cationWIJournalfoffPhysicalfChemistryfAUI2010UIZZ^UIcZc]Vd 2.8 9

15 −heoreticalIstudiesIonItheIlowVlyingIelectronicIstatesIofItheIdiazomethylIQtozzRIradicalIandIitsI
ionsWIComputationalfandfTheoreticalfChemistryUI2010UIeaaUIZ^aVZaZ 1

14 pensityIfunctionalIstudyIonItheIeffectIofIsubstituentIgroupIforItheImonomerIofIdonorVacceptorI
copolymerWIJournalfoffPolymerfSciencesfPartfB:fPolymerfPhysicsUI2010UI^dUI[YeeV[ZYc 2.6 14

13 −heoreticalIstudiesIonItheIelectronicIstructuresIandIspectroscopicIpropertiesIofIaIseriesIofInovelI
zkokzVcoordinatingIˆtQuuRIcomplexesWIInternationalfJournalfoffQuantumfChemistryUI2010UIZZYUIZbYaVZbZ^ 2.1 1

12
−tq…²q−uomxIo…yˆU−m−u…zmxI·−Upuq·I…zIqxqo−²…zuoI·−²Uo−U²q·UI·ˆqo−²…·o…ˆuoI
ˆ²…ˆq²−uq·ImzpIzu−²…sqzItq−q²…m−…yIqrrqo−I…rImI·ˆqouq·I…rIm·Yyyq−²uomxIpuuyuzqI
xusmzpIˆxm−uzUyQuuRIo…yˆxqπq·WIJournalfoffTheoreticalfandfComputationalfChemistryUI2009UIYdUIbY]VbZ]

1.8 4

11 qnamineâ��yetalIxewisImcidInifunctionalIoatalysisfImpplicationItoIpirectImsymmetricImldolI²eactionI
ofIwetonesWIEuropeanfJournalfoffOrganicfChemistryUI2009UI[YYeUI^adZV^ada 3.2 46

10 −heoreticalIstudyIofItheIelectronicIstructuresIandIspectroscopicIpropertiesIofI[Q^kVπoIkIotrpyRˆtol]TI
QtrpyIiI[U[kfbkU[kVterpyridinegIπIiItUIyeIandIˆhRWISciencefinfChinafSeriesfB:fChemistryUI2009UIa[UI[[[bV[[]b 1

9 pr−IevaluationIofItheIelectronicIstructuresIandIspectroscopicIpropertiesIofItheIselfVassembledI
[ˆt[y^QoIkIotRd]IQyiouUImgRIclustersWISciencefinfChinafSeriesfB:fChemistryUI2009UIa[UIZea^VZebY 2

8 −heoreticalIstudiesIonIelectronicIstructuresIandIspectroscopicIpropertiesIofIaIseriesIofInovelI
˛†VdiketonateI…sQuuRIcomplexesWITheoreticalfChemistryfAccountsUI2009UIZ[[UI]ZV^[ 1.9 4

7
oomputationalIstudiesIonItheIspectroscopicIpropertiesIofItheI[VpyridylpyrazolateVbasedI
platinumQuuRIcomplexesIwithImodifiedIpyrazolateIfragmentWIInternationalfJournalfoffQuantumf
ChemistryUI2009UIZYeUI]YdV]Ze

2.1 6

6
qlectronicIstructuresIandIopticalIpropertiesIofIneutralIsubstitutedIfluoreneVbasedIcyclometalatedI
platinumQuuRâ��acetylideIcomplexesfImIpr−IexplorationWIJournalfoffOrganometallicfChemistryUI2009UI
be^UIZd^dVZdbY

2.3 24

5 ·olutionVˆrocessableIyultiarmedI…rganicIyoleculesIoontainingI−riphenylamineIandIpoyIyoietiesfI
·ynthesisIandIˆhotovoltaicIˆropertiesWIJournalfoffPhysicalfChemistryfCUI2009UIZZ]UI[b]bV[b^[ 3.8 62

4 −heoreticalIstudiesIonIstructuresIandIspectroscopicIpropertiesIofIcyclometalatedIgoldQuuuRI
complexesWIJournalfoffPhysicalfChemistryfAUI2009UIZZ]UIe]ebV^Y] 2.8 20

3 −heoreticalIstudiesIonItheIelectronicIstructuresIandIspectroscopicIpropertiesIforIaIseriesIofI
…smiumQuuRV[U[kUbkU[kkVterpyridineIcomplexesWITheoreticalfChemistryfAccountsUI2008UIZ[ZUIZ[]VZ]^ 1.9 5

2 −heoreticalIstudiesIonI²uQfppzR[Qo…RxIQxIiIzVheterocyclicIligandRfIqlectronicIstructureUIabsorptionUI
phosphorescenceUIandIsolvatochromismWISciencefinfChinafSeriesfB:fChemistryUI2008UIaZUIZ[ZZVZ[[Y 1
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1 −heoreticalIstudiesIonItheIstructuresIandIspectroscopicIpropertiesIofIrheniumQuRIacetylideIdiimineI
complexesWIComputationalfandfTheoreticalfChemistryUI2008UIdaaUIa[Vb] 6
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