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98
qxploringItheIpotentialIofInovelIphenolicIcompoundsIasIpotentialItherapeuticIcandidatesIagainstI
·m²·VooβV[UIusingIquantumIchemistryUImolecularIdockingIandIdynamicIstudiesWIBioorganicfandf
MedicinalfChemistryfLettersUI2021UI^]UIZ[dYce

2.9 9

97 −heoreticalIinvestigationIofIz¸�o¸�zVcoordinatedIˆtQuuRIandIˆdQuuRIcomplexesIforIlongVlivedI
twoVphotonIphotodynamicItherapyWIDyesfandfPigmentsUI2017UIZ^[UIaaVbZ 4.6 8

96
·tudyIonItheIspectralIcomplementaryIcompositeIdyeImoleculesIdesignedIforIhighIperformanceI
dyeVsensitizedIsolarIcellsfImItheoreticalIinvestigationWIComputationalfandfTheoreticalfChemistryUI
2019UIZZa^UI^^V^e

2 8

95 −heoreticalIstudyIonIorganicIdyesIwithItunableIˇ�VspacersIforIdyeVsensitizedIsolarIcellsfIunspiredIbyI
theIorganicIpolymerIphotovoltaicsWIChemicalfPhysicsfLettersUI2019UIcZeUI]eV^^ 2.5 8

94 untrinsicIquantumIefficiencyIenhancementIinIwellVknownIurQuuuRIcomplexesIbyIvirtueIofIaIsimpleIandI
controllableIdeuteriationIstrategyWIMaterialsfChemistryfFrontiersUI2018UI[UIZ[ZaVZ[[^ 7.8 8

93 mIseriesIofIpureIorangeVyellowIiridiumIcomplexesIwithIlowIefficiencyIrollVofffImIcomputationalI
studyWIChemicalfResearchfinfChinesefUniversitiesUI2016UI][UI^aZV^a^ 2.2 8

92 −heoreticalIinvestigationIonItheIspectroscopicIpropertiesIofIZnIporphyrinIandIZnItetrapyrrinWI
SyntheticfMetalsUI2016UI[Z]UIZdV[^ 3.6 8

(2016-2015)

7



91 −heoreticalIstudyIonIfluorescentIprobesIforIcyanideIbasedIonItheIindoliumIfunctionalIgroupWI
OrganicfElectronicsUI2016UI]YUIZVZZ 3.5 8

90 −heIphosphorescenceIpropertiesIofIaIseriesIofIdiaryletheneVcontainingIplatinumIcomplexesfItheI
effectIofIligandIphotoisomerizationWIOrganicfChemistryfFrontiersUI2017UI^UI[ZeZV[[YZ 5.2 8

89 −heoreticalIstudyIonItheIexcitedIstateIdecayIpropertiesIofIironQiiRIpolypyridineIcomplexesI
substitutedIbyIbromineIandIchlorineWWIRSCfAdvancesUI2019UIeUI]Zb[ZV]Zb[c 3.7 8

88 −heoreticalI·tudyIonItheIˆhotoinducedIqlectronI−ransferIyechanismsIofIpifferentIˆeroxynitriteI
ˆrobesWIJournalfoffPhysicalfChemistryfAUI2018UIZ[[UI[ZcV[[] 2.8 8

87 tighlyIoonductiveImlkalineVqarthIyetalIqlectrodesfI−heIˆossibilityIofIyaintainingInothIxowIγorkI
runctionIandI·urfaceI·tabilityIforI…rganicIqlectronicsWIAdvancedfOpticalfMaterialsUI2020UIdUI[YYY[Yb 8.1 7

86 ·trategiesIonIoyclometalatingIxigandI·ubstitutionIofI·everalIurQuuuRIoomplexesfI−heoreticalI
unvestigationIofIpifferentIyolecularInehaviorsWIOrganometallicsUI2018UI]cUI[^eZV[^ee 3.8 7

85 qfficiencyIdifferenceIbetweenIfuranVIandIthiopheneVbasedIpVˇ�VmIdyesIinIp··osIexplainedIbyI
theoreticalIcalculationsWWIRSCfAdvancesUI2018UIdUI[eeZcV[ee[] 3.7 7

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

83
qxperimentalIandItheoreticalIstudyIonImolecularIaggregationIandIitsIeffectIonItheIphotoVphysicalI
propertiesIofItheImesogenicIbiVZU]U^VthiadiazoleIderivativeWIPhysicalfChemistryfChemicalfPhysicsUI
2011UIZ]UIebecVcYa

3.6 7

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

81 ·timuliV²esponsiveIxuminescentIˆropertiesIofI−etraphenyletheneVnasedI·trontiumIandIoobaltI
yetalâ��…rganicIrrameworksWIAngewandtefChemieUI2020UIZ][UIZedd^VZedde 3.6 7

80 ˆolymorphismIdependentIchargeItransportIpropertyIofIeUZYVbisQQqRV[VQpyridV[VylRvinylRanthracenefIaI
theoreticalIstudyWIRSCfAdvancesUI2015UIaUIZddcaVZdddY 3.7 6

79 −heoreticalIdesignIofIporphyrinIdyesIwithIelectronVdeficitIheterocyclesItowardsInearVu²IlightI
sensitizationIinIdyeVsensitizedIsolarIcellsWISolarfEnergyUI2019UIZddUIc^[Vc^e 6.8 6

78 −heoreticalIstudyIonItheIelectronicIstructuresIandIpropertiesIofIdiindolocarbazoleIisomersWIJournalf
offPhysicalfOrganicfChemistryUI2014UI[cUIec]VedY 2.1 6

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

76
oomputationalIstudiesIonItheIspectroscopicIpropertiesIofItheI[VpyridylpyrazolateVbasedI
platinumQuuRIcomplexesIwithImodifiedIpyrazolateIfragmentWIInternationalfJournalfoffQuantumf
ChemistryUI2009UIZYeUI]YdV]Ze

2.1 6

75 −heoreticalIstudiesIonItheIstructuresIandIspectroscopicIpropertiesIofIrheniumQuRIacetylideIdiimineI
complexesWIComputationalfandfTheoreticalfChemistryUI2008UIdaaUIa[Vb] 6

74 oonstructingItighIqfficiencyIooZnIynI…IqlectrocatalystIbyI²egulatingItheIqlectronicI·tructureIandI
·urfaceI²econstructionWWISmallUI2022UIe[ZYc[bd 11 6

Fu-Quan Bai
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73 γaterVsolubleIfluorescentIprobeIforIsimultaneousIdetectionIofIcyanideUIhypochloriteIandIbisulfiteI
atIdifferentIemissionIwavelengthsWIAnalyticalfBiochemistryUI2020UIaeZUIZZ]a]e 3.1 6

72 pr−IandI−pVpr−IstudyIaIseriesIofIblueIandIgreenIiridiumIcomplexesIwithImesitylVphenylVimidazoleI
ligandWIOrganicfElectronicsUI2019UIb^UIZdZVZdc 3.5 6

71 pensityIfunctionalItheoryIinvestigationIonIiridiumQiiiRIcomplexesIforIefficientIblueI
electrophosphorescenceWWIRSCfAdvancesUI2018UIdUIZe^]cVZe^^d 3.7 6

70 unI·ituIrabricationIofIouprousI·elenideIqlectrodeIviaI·elenizationIofIoopperIourrentIoollectorIforI
tighVqfficiencyIˆotassiumVuonIandI·odiumVuonI·torageWWIAdvancedfScienceUI2021UIe[ZY^b]Y 13.6 6

69 −heoreticalIstudyIonItheIinfluenceIofIelectricIfieldIdirectionIonItheIphotovoltaicIperformanceIofI
arylIamineIorganicIdyesIforIdyeVsensitizedIsolarIcellsWINewfJournalfoffChemistryUI2019UI^]UIbaZVbbZ 3.6 5

68 UnderstandingItheIpiverseIooordinationIyodesIofI−hiocyanateImnionIonI·olidI·urfacesWIJournalfoff
PhysicalfChemistryfCUI2019UIZ[]UIe[d[Ve[eZ 3.8 5

67 zovelIskyIblueIheterolepticIiridiumQuuuRIcomplexesIwithIfinelyVoptimizedIemissionIspectraIforIhighlyI
efficientIorganicIlightVemittingIdiodesWIJournalfoffMaterialsfChemistryfCUI2019UIcUIaaceVaad] 7.1 5

66 −heIinducedIcurrentIstrengthsIandIaromaticIpathwaysIofIheteroporphyrinsIandItheirIantiaromaticI
derivativesWIInternationalfJournalfoffQuantumfChemistryUI2015UIZZaUIed]Vedd 2.1 5

65 mccurateIsimulationIofIgeometryUIsingletVsingletIandItripletVsingletIexcitationIofIcyclometalatedI
iridiumQuuuRIcomplexWIJournalfoffMolecularfModelingUI2014UI[YUI[ZYd 2 5

64 −heoreticalIstudiesIonIstructuralIandIspectroscopicIpropertiesIofIphotoelectrochemicalIcellI
rutheniumIsensitizersUIderivativesIofIm²[YWIInternationalfJournalfoffQuantumfChemistryUI2013UIZZ]UIdeZVeYZ2.1 5

63
−pVpr−IinvestigationIofIelectronicIstructuresUIphotophysicalIpropertiesIandItheItheoreticalIdesignI
ofI…xqpsIbasedIonIphosphorescentIurQuuuRIcomplexesIbearingItheInonVˇ�IelectronVconjugatedI
carbeneIligandWIMolecularfPhysicsUI2012UIZZYUIZdaVZec

1.7 5

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

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

60
−heoreticalIinvestigationIonItheIspectroscopicIpropertiesIofIcyclometallatedIiridiumIQuuuRIcomplexesI
andItheIdeprotonationIinfluenceIonIthemIinIsolutionWIInternationalfJournalfoffQuantumfChemistryUI
2011UIZZZUI^YdYV^YeY

2.1 5

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

58 unvestigationIofItheIadsorptionIpropertiesIofIgemcitabineIanticancerIdrugIwithImetalVdopedIboronI
nitrideIfullerenesIasIaIdrugVdeliveryIcarrierfIaIpr−IstudyWWIRSCfAdvancesUI2022UIZ[UI[dc]V[ddc 3.7 5

57
−heoreticalIinvestigationIonIremoteVcontrolIphotocycloreversionIofIdithienyletheneIdrivenIbyI
azobenzeneIchromophoresWISpectrochimicafActaftfPartfA:fMolecularfandfBiomolecularfSpectroscopyUI
2015UIZ]cUIedcVe^

4.4 4

56 −heoreticalIstudiesIofIfluorineIsubstituentIeffectIonIorganicIphotoVsensitizersIinIdyeIsensitizedI
solarIcellsWIComputationalfandfTheoreticalfChemistryUI2015UIZYbcUIZZeVZ[d 2 4

(2015-2020)
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55 −heoreticalIstudiesIonIstructuresIandIspectroscopicIpropertiesIofIhighlyIefficientIphosphorescentI
iridiumQuuuRIcomplexesIwithIpyrazineIandIpyrimidineIligandsWISyntheticfMetalsUI2011UIZbZUI[^e[V[^ec 3.6 4

54
−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

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

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

51 pr−IandI−pVpr−IstudyIofIiridiumIcomplexesIwithIlowVcolorVtemperatureIandIlowVefficiencyIrollVoffI
propertiesWIAppliedfOrganometallicfChemistryUI2019UI]]UIe^ab] 3.1 4

50
−heoreticalIunvestigationIofIˆeryleneIpiimideIderivativesIasImcceptorsItoIyatchIwithI
nenzodithiopheneIbasedIponorsIforI…rganicIˆhotovoltaicIpevicesWIZeitschriftfFurfPhysikalischef
ChemieUI2021UI[]aUI^[cV^^e

3.1 4

49 oomputationalI·tudiesIonItheIyaterialsIoombiningIsrapheneI–uantumIpotsIandIˆtIoomplexesI
withImdjustableIxuminescenceIoharacteristicsWIInorganicfChemistryUI2021UIbYUIZ^dYVZ^eY 5.1 4

48 qnergyIˆlatformIforIpirectedIohargeI−ransferIinItheIoascadeIZV·chemeIteterojunctionfIo…[I
ˆhotoreductionIwithoutIaIoocatalystWIAngewandtefChemieUI2021UIZ]]UI[ZYc^V[ZYd[ 3.6 4

47 −heoreticalIinvestigationsIofItheIaromaticityUIstabilityIandIphotophysicalIbehaviorsIforIexpandedI
porphyrinsWIChemicalfPhysicsfLettersUI2019UIc[dUI[aV]Z 2.5 3

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

45 zewIexplorationItowardsIdinuclearIiridiumQuuRIcomplexesImaterialsIunderIchlorineVbridgedI
precursorWIRSCfAdvancesUI2016UIbUIbdebYVbdeb] 3.7 3

44 −heoreticalIinvestigationIonItheIspectroscopyIprosperitiesIofIfourIisomersIofIanIencoderImoleculeI
rsp−qWIDyesfandfPigmentsUI2014UIZYcUIZYdVZZc 4.6 3

43 oomputationalIstudyIonIzincIporphyrinIanalogsIforIuseIinIdyeVsensitizedIsolarIcellsWIJournalfoff
PorphyrinsfandfPhthalocyaninesUI2014UIZdUI^YbV^Za 1.8 3

42
poesItheImolecularIstructureIofIoat[IaffectItheIdihydrogenIbondingIinIoat[Iâ�ƒItYIQYIiIot]UIo[t]UI
o[tUIozUIandIzoRIcomplexeskImIquantumIchemistryIstudyIusingIyˆ[IandIn]xYˆImethodsWISciencef
ChinafChemistryUI2012UIaaUI[b[V[be

7.9 3

41 −heoreticalIanalysisIonImagneticIpropertiesIofIconjugatedIorganicImoleculesIcontainingIborepinWI
ChemicalfResearchfinfChinesefUniversitiesUI2013UI[eUIeb[Vebd 2.2 3

40
mIdensityIfunctionalItheoryIinvestigationIofItheIstabilityUIaromaticityUIandIphotophysicalIbehaviorI
forItheIhighlyIconjugatedImacrocyclesIcontainingI^IpyrrolesWIJournalfoffPhysicalfOrganicfChemistryUI
2017UI]YUIe]bZc

2.1 3

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

38
ˆhosphorescentIurQuuuRIcomplexesIbearingItheIuniqueIˆˆh[IunitfI−heIelectronicIstructuresUIopticalI
propertiesIandIphosphorescenceImechanismIfromI−pVpr−IinvestigationWIComputationalfandf
TheoreticalfChemistryUI2012UIeceUId[Vdd

2 3
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37 mbIinitioIandIpr−IstudyIofItheIelectronicIstructuresIandIspectroscopicIpropertiesIofIpyreneIligandsI
andItheirIcyclometalatedIcomplexesWIInternationalfJournalfoffQuantumfChemistryUI2011UIZZZUI[[adV[[bc 2.1 3

36
−heoreticalIstudiesIonIstructuresIandIspectroscopicIpropertiesIofIaIseriesIofIheterolepticIiridiumI
complexesIbasedIonItridentateIbisQbenzimidazolylRpyridineIligandWIComputationalfandfTheoreticalf
ChemistryUI2011UIeb]UI[edV]Ya

2 3

35 towIdoesItheIporphyrinVlikeIvacancyIaffectItheIspectralIpropertiesIofIgrapheneIquantumIdotskImI
theoreticalIstudyWIJournalfoffPhysicsfCondensedfMatterUI2020UI][UIZaaeY[ 1.8 3

34
−heoreticalIstudyIonItheImolecularIstackingIinteractionsIandIchargeItransportIpropertiesIofI
triazasumaneneIcrystalsIVIfromIexplanationItoIpredictionWIPhysicalfChemistryfChemicalfPhysicsUI2021UI
[]UI^bdZV^bde

3.6 3

33
−heoreticalIanalysisIofIelectrochromismIunderIredoxIofI
bisQ]VthienylRXQ[VthienylRhexafluorocyclopentenefIeffectsIofIchargedIandIsubstitutedIsystemsWI
PhysicalfChemistryfChemicalfPhysicsUI2017UIZeUIe[dZVe[eZ

3.6 2

32 mIrelativisticIpr−IprobeIofIenergeticsIandIstructuralIpropertiesIofIcatalyticallyIimportantI
macrocyclicIdiuraniumQuuuRIcomplexesWIInorganicafChimicafActaUI2015UI^]cUIeaVZY[ 2.7 2

31 ˆrolineVderivedIyonodentateI…rganocatalystIforImsymmetricI²eductionIofIumineIwithIt·iol]WI
ChemistrySelectUI2019UI^UIeaeYVeae^ 1.8 2

30
ZincVmirInatteriesfImtomicIyodulationIofIreooâ��zitrogenâ��oarbonInifunctionalI…xygenIqlectrodesI
forI²echargeableIandIrlexibleImllV·olidV·tateIZincâ��mirInatteryIQmdvWIqnergyIyaterWIZ]X[YZcRWI
AdvancedfEnergyfMaterialsUI2017UIcUI

21.8 2

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

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

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

26
ˆressureVunducedI²estrictingIuntermolecularIβibrationIofIaIterringboneIpimerIforI·ignificantlyI
qnhancedIyulticolorIqmissionIinI²otorVrreeI−ruxeneIorystalsWWIJournalfoffPhysicalfChemistryfLettersUI
2022UI[^e]V[^ee

6.4 2

25 −uningIelectronicIstructuresIofIuranylIfluoridesIviaIincreasingIequatorialIpyridylInumberIandI
extendingIpyridylIconjugationWIComputationalfandfTheoreticalfChemistryUI2015UIZYaZUIZ^^VZaY 2 1

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

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

22
−heoreticalIstudiesIonItheIelectronicIstructuresIandIopticalIpropertiesIofItheIthiopheneIoligomerI
containingI[VQtrifluoromethylRIthienoI[]UI^Vb]IthiopheneImoietyIandItheIor]IendVcapsWIJournalfoff
PolymerfResearchUI2012UIZeUIZ

2.7 1

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

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

(2011-2011)
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19 −heoreticalIstudiesIonItheIlowVlyingIelectronicIstatesIofItheIdiazomethylIQtozzRIradicalIandIitsI
ionsWIComputationalfandfTheoreticalfChemistryUI2010UIeaaUIZ^aVZaZ 1

18 −heoreticalIstudiesIonItheIelectronicIstructuresIandIspectroscopicIpropertiesIofIaIseriesIofInovelI
zkokzVcoordinatingIˆtQuuRIcomplexesWIInternationalfJournalfoffQuantumfChemistryUI2010UIZZYUIZbYaVZbZ^ 2.1 1

17 −heoreticalIstudiesIonI²uQfppzR[Qo…RxIQxIiIzVheterocyclicIligandRfIqlectronicIstructureUIabsorptionUI
phosphorescenceUIandIsolvatochromismWISciencefinfChinafSeriesfB:fChemistryUI2008UIaZUIZ[ZZVZ[[Y 1

16 mccurateImnalysisIofImnisotropicIoarrierIyobilityIandI·tructureVpropertyI²elationshipsIinI…rganicI
n…πpIorystallineIyaterialsWIFrontiersfinfChemistryUI2021UIeUIccac^c 5 1

15 ˆrobingItheIeffectIofIsubstituentIgroupsIinIurQuuuRIbisVtridentateIcomplexesIduringIdeepVblueI
phosphorescentIilluminatingWIOrganicfElectronicsUI2020UId^UIZYadY] 3.5 1

14 ·tabilityUImromaticityUIandIˆhotophysicalInehaviorsIofIyacrocyclicIyoleculesfImI−heoreticalI
mnalysisWIFrontiersfinfChemistryUI2020UIdUIccb 5 1

13 unvestigatingIphosphorescenceIcapabilityIofIhalogenVsubstitutedImetalVfreeIorganicImoleculesfImI
theoreticalIstudyWISpectrochimicafActaftfPartfA:fMolecularfandfBiomolecularfSpectroscopyUI2021UI[aaUIZZeb^[4.4 1

12 zeutralIˆtQuuRIcomplexesIcontainingIdiazafluoreneIderivativeIligandsIandItheirIelectroluminescentI
propertiesWIInorganicfChemistryfCommunicationUI2022UIZ]cUIZYeZcY 3.1 0

11 unterestingIspinIstateIpropertiesIofIironQuuRIpolypyridineIcomplexIsubstitutedIbyIfluorinefImI
theoreticalIstudyWIOrganicfElectronicsUI2020UIdaUIZYadd^ 3.5 0

10
mccurateIoontrolIofIpeuteratedIxocationsIandImmountIofIpeepInlueIurQdfpypyR[picIforI
ˆhosphorescentIqfficiencyIqnhancementfIqvaluationsIfromI−heoreticalImspectWIChemicalfResearchf
infChinesefUniversitiesUI2018UI]^UIcdZVcda

2.2 0

9 nIzIcounterpartIofIbiphenyleneInetworkfImItheoreticalIinvestigationWIAppliedfSurfacefScienceUI2022UI
aedUIZa]bc^ 6.7 0

8 ooncentrationVinducedIstructuralIdiversityIandIcatalyticIactivityIofInr]XnVnu…tIcomplexesIforI
nVdeceneIpolymerizationWIChinesefJournalfoffChemicalfEngineeringUI2019UI[cUI[bdcV[bea 3.2

7
unfluencesIofIdonorXacceptorIratioIonItheIopticalIandIelectricalIpropertiesIofItheIpXmIalternatingI
modelIoligomersfImIdensityIfunctionalItheoryIstudyWISpectrochimicafActaftfPartfA:fMolecularfandf
BiomolecularfSpectroscopyUI2018UIZeeUI[bYV[cY

4.4

6
unnentitelbildfIpimensionVyatchedIZincIˆhthalocyanineXniβ…^IUltrathinIzanocompositesIforIo…[I
²eductionIasIqfficientIγideVβisibleVxightVprivenIˆhotocatalystsIviaIaIoascadeIohargeI−ransferI
QmngewWIohemWI][X[YZeRWIAngewandtefChemieUI2019UIZ]ZUIZYdcdVZYdcd

3.6

5 −heoreticalIstudiesIonItheIdihydrogenIbondingIbetweenIshortchainIhydrocarbonIandImagnesiumI
hydrideWIChemicalfResearchfinfChinesefUniversitiesUI2014UI]YUId]ZVd]b 2.2

4 qffectIofIxigandsIonItheIˆhotoluminescenceIˆerformanceIofIurQuuuRIoomplexesfImI−heoreticalI
qxplorationWIAdvancedfMaterialsfResearchUI2013UIcedVceeUI[ZeV[[[ 0.5

3 −heoreticalI·tudiesIonI·tructuresIandI·pectroscopicIˆropertiesIofItighlyIqfficientIˆhosphorescentI
[²uQterpyRQphenRπ]TIoomplexesWIChinesefJournalfoffChemicalfPhysicsUI2011UI[^UI]eZV]ed 0.9

2 oomputationalIinsightIintoInewlyIanomalousIdelayedIfluorescenceIemittersIbasedIonIpVmVmI
structuresWISpectrochimicafActaftfPartfA:fMolecularfandfBiomolecularfSpectroscopyUI2021UI[aYUIZZe]e[ 4.4
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1
²efineItheIevaluationIofIphotophysicalIpropertiesIofIorganometallicIchromophoresIunderIconfinedI
molecularIcrystalIconditionsWWISpectrochimicafActaftfPartfA:fMolecularfandfBiomolecularfSpectroscopyUI
2022UI[caUIZ[ZZbd
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