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70 TheKstructureKofKmonomericKandKdimericKuranylKadsorptionKcomplexesKonKgibbsitekKrKcombinedKuwTK
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69 rKnewKspinXpolarizedKtolleXSalvettiXtypeKcorrelationKenergyKfunctionalYKChemicaloPhysicsoLettersWK
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67 SelfXinteractionKcorrectionsKinKdensityKfunctionalKtheoryYKJournaloofoChemicaloPhysicsWK2014WKad]WKahreac 3.9 52

66 RegionalKselfXinteractionKcorrectionKofKdensityKfunctionalKtheoryYKJournaloofoComputationalo
ChemistryWK2003WKbdWKaeibXh 3.5 42

65 vxperimentalKandKTheoreticalKznfraredKSpectroscopicKStudyKonKyydratedKαafionKMembraneYK
MacromoleculesWK2016WKdiWKffbaXffbi 5.5 38

64 vlectronXnucleusKcorrelationKfunctionalKforKmulticomponentKdensityXfunctionalKtheoryYKPhysicalo
ReviewoAWK2014WKhiWK 2.6 36
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calculationsYKJournaloofoComputationaloChemistryWK2001WKbbWKaiieXb]]i 3.5 36

62 WaterKclusterKanionsKstudiedKbyKtheKlongXrangeKcorrectedKdensityKfunctionalKtheoryYKJournaloofo
PhysicaloChemistryoAWK2008WKaabWKihdeXec 2.8 34

61 −ongXrangeKcorrectedKtimeXdependentKdensityKfunctionalKstudyKonKfluorescenceKofK
dWdRXdimethylaminobenzonitrileYKJournaloofoChemicaloPhysicsWK2007WKabfWK]cde]d 3.9 33

60 ParameterXfreeKexchangeKfunctionalYKPhysicaloReviewoBWK2000WKfbWKaeebgXaeeca 3.3 31

59 ReactionKenergeticsKonKlongXrangeKcorrectedKdensityKfunctionalKtheorykKuielsXrlderKreactionsYK
JournaloofoComputationaloChemistryWK2013WKcdWKcgiXhf 3.5 30

58 TheoreticalKznvestigationKofKtheKyπXznducedKuegradationKMechanismKofKyydratedKαafionK
MembraneKviaKvtherX−inkageKuissociationYKACSoOmegaWK2017WKbWKd]ecXd]fd 3.9 24

57 rnKexaminationKofKdensityKfunctionalKtheoriesKonKisomerizationKenergyKcalculationsKofKorganicK
moleculesYKTheoreticaloChemistryoAccountsWK2011WKac]WKheaXheg 1.9 24

56
TheoreticalKstudyKonKmolecularKpropertyKofKprotactiniumSVTKandKuraniumSVzTKoxocationskKwhyKdoesK
protactiniumSVTKformKmonooxoKcationsKinKaqueousKsolutionpYKJournaloofoPhysicaloChemistryoAWK2006WK
aa]WKacc]cXi

2.8 23

55 UTthemKâ��KrKProgramKforKabKinitioKQuantumKthemistryYKLectureoNotesoinoComputeroScienceWK2003WKhdXie 0.9 22

54 rKtheoreticalKinvestigationKonKphotocatalyticKoxidationKonKtheKTiπbKsurfaceYKJournaloofoChemicalo
PhysicsWK2012WKacfWK]bdg]f 3.9 21

53 uensityKfunctionalKtheoryKforKcomprehensiveKorbitalKenergyKcalculationsYKJournaloofoChemicalo
PhysicsWK2013WKaciWK]fda]b 3.9 20
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52 TheoreticalKinvestigationKofKadsorptionKofKorganicKmoleculesKontoKweSaa]TKsurfaceYKComputationalo
andoTheoreticaloChemistryWK2005WKgafWKdeXf] 20

51 rKreexaminationKofKexchangeKenergyKfunctionalsYKJournaloofoChemicaloPhysicsWK1999WKaaaWKefefXeffg 3.9 20

50 rnKefficientKstateXspecificKschemeKofKtimeXdependentKdensityKfunctionalKtheoryYKChemicaloPhysicso
LettersWK2006WKdb]WKciaXcif 2.5 19

49 ModifiedKregionalKselfXinteractionKcorrectionKmethodKbasedKonKtheKpseudospectralKmethodYKJournalo
ofoPhysicaloChemistryoAWK2010WKaadWKhebaXh 2.8 18

48 themicalKexchangeKreactionKofKglycinatocopperSzzTKcomplexKinKwaterkKaKtheoreticalKstudyYKJournaloofo
PhysicaloChemistryoAWK2005WKa]iWKa]d]cXi 2.8 18

47 rKtransversingKconnectionKbetweenKdensityKfunctionalsYKJournaloofoChemicaloPhysicsWK2001WKaadWKfe]eXfeac3.9 18

46 TheoreticalKinvestigationsKonKgeometricalKandKelectronicKstructuresKofKsilverKclustersYKJournaloofo
ComputationaloChemistryWK2019WKd]WKb]fXbaa 3.5 17

45
SpinXorbitKrelativisticKlongXrangeKcorrectedKtimeXdependentKdensityKfunctionalKtheoryKforK
investigatingKspinXforbiddenKtransitionsKinKphotochemicalKreactionsYKJournaloofoChemicaloPhysicsWK
2011WKaceWKbbda]f

3.9 14

44 MechanismKofKyπKuecompositionKbyKTriphenylphosphineKπxideYKACSoOmegaWK2018WKcWKbeiXbfe 3.9 13

43 RecentKadvancesKinKabKinitioWKdensityKfunctionalKtheoryWKandKrelativisticKelectronicKstructureKtheoryK
2005WKe]gXeeg 13

42 ResearchKactivitiesKofKtheKtheoreticalKchemistryKgroupKatKtheKUniversityKofKTokyoYKComputationalo
andoTheoreticaloChemistryWK2001WKegcWKiaXabh 13

41
TheoreticalKandKvxperimentalKStudiesKonKtheKαearXznfraredKPhotoreactionKMechanismKofKaKSiliconK
PhthalocyanineKPhotoimmunotherapyKuyekKPhotoinducedKyydrolysisKbyKRadicalKrnionKxenerationYK
ChemPlusChemWK2020WKheWKaieiXaifc

2.8 12

40 ReactivityKindexKbasedKonKorbitalKenergiesYKJournaloofoComputationaloChemistryWK2014WKceWKa]icXa]] 3.5 12

39 bWfXsisStrifluoromethylTphenylboronicKvstersKasKProtectiveKxroupsKforKuiolskKrK
Protection[ueprotectionKProtocolKforKUseKunderKMildKtonditionsYKOrganicoLettersWK2018WKb]WKf]fdXf]fh 6.2 12

38 πnKlowXlyingKexcitedKstatesKofKextendedKnanographenesYKJournaloofoComputationaloChemistryWK2017WK
chWKb]b]Xb]bi 3.5 11

37 TheoreticalKstudyKonKtheKexcessKelectronKbindingKmechanismKinKtheK[tyScTαπSbTYSySbTπTSnT]SXTKSnKnK
aXfTKanionKclustersYKJournaloofoPhysicaloChemistryoAWK2010WKaadWKhiciXdg 2.8 11

36 rnharmonicKvibrationalKstateKcalculationsKinKtheKelectronicKexcitedKstatesKstudiedKbyK
timeXdependentKdensityKfunctionalKtheoryYKChemicaloPhysicsoLettersWK2007WKdcfWKc]Xce 2.5 11

35 rKdualXlevelKstateXspecificKtimeXdependentKdensityXfunctionalKtheoryYKJournaloofoComputationalo
ChemistryWK2008WKbiWKaahgXig 3.5 11
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34
−παxXRrαxvXtπRRvtTvuKTzMvXuvPvαuvαTKuvαSzTYKwUαtTzπαr−KSTUuYKπαKv−vtTRπαztK
SPvtTRrKπwKwzVvXMvMsvRvuKRzαxKtπMPπUαuSKrαuKwRvvXsrSvKPπRPyYRzαYKJournaloofo
TheoreticaloandoComputationaloChemistryWK2006WK]eWKibeXidd

1.8 11

33 themicalKreactionKanalysesKbasedKonKorbitalsKandKorbitalKenergiesYKInternationaloJournaloofoQuantumo
ChemistryWK2015WKaaeWKbg]Xbhb 2.1 10

32
ModularKSynthesisKofKtarbonXSubstitutedKwuroxansKviaKRadicalKrdditionKPathwayYKUsefulKToolKforK
TransformationKofKrliphaticKtarboxylicKrcidsKsasedKonKMsuildXandXScrapMKStrategyYKOrganicoLettersWK
2020WKbbWKaahbXaahg

6.2 10

31 TheKrelativisticKeffectKonKenergiesKofKlightKelementskKaKRvStXsπPKstudyYKComputationaloando
TheoreticaloChemistryWK2001WKecgWKfcXg] 10

30 SynthesisKandKSyntheticKrpplicationKofKthloroXKandKsromofuroxansYKJournaloofoOrganicoChemistryWK
2020WKheWKeieiXeigb 4.2 9

29 TheoreticalKinvestigationsKonKhydrogenKperoxideKdecompositionKinKaquoYKPhysicaloChemistryo
ChemicaloPhysicsWK2018WKb]WKbdiibXbdiii 3.6 9

28 RolesKofKsilverKnanoclustersKinKsurfaceXenhancedKRamanKspectroscopyYKJournaloofoChemicaloPhysicsWK
2019WKaeaWK]ida]b 3.9 8

27 TheoreticalKinvestigationKofKlocalKprotonKconductanceKinKtheKprotonKexchangeKmembranesYK
ChemicaloPhysicsoLettersWK2014WKf]hWKaaXaf 2.5 8

26 wentonKreactionKmechanismKgeneratingKnoKπyKradicalsKinKαafionKmembraneKdecompositionYK
ScientificoReportsWK2020WKa]WKahadd 4.9 8

25 RelationshipKbetweenKorbitalKenergyKgapsKandKexcitationKenergiesKforKlongXchainKsystemsYKJournalo
ofoComputationaloChemistryWK2016WKcgWKadeaXfb 3.5 8

24 rnKexaminationKofKdensityKfunctionalsKonKaldolWKMannichKandK˛–XaminoxylationKreactionKenthalpyK
calculationsYKTheoreticaloChemistryoAccountsWK2011WKac]WKaecXaf] 1.9 7

23 RvtvαTKruVrαtvSKzαKv−vtTRπαztKSTRUtTURvKTyvπRYYKJournaloofoTheoreticaloando
ComputationaloChemistryWK2002WK]aWKa]iXacf 1.8 6

22 TheoreticalKznvestigationsKonKtheKPhotoinducedKPhaseKTransitionKMechanismKofK
TetrathiafulvaleneXpXchloranilYKJournaloofoChemicaloTheoryoandoComputationWK2011WKgWKbbccXi 6.4 5

21 ModifiedKregionalKselfXinteractionKcorrectedKtimeXdependentKdensityKfunctionalKtheoryKforKcoreK
excitedXstateKcalculationsYKJournaloofoComputationaloChemistryWK2009WKc]WKbehcXic 3.5 5

20 uensityKwunctionalKTheoryKasKaKuataKScienceYKChemicaloRecordWK2020WKb]WKfahXfci 6.6 5

19 uiagramsKforKcomprehensiveKmolecularKorbitalXbasedKchemicalKreactionKanalyseskKreactiveKorbitalK
energyKdiagramsYKPhysicaloChemistryoChemicaloPhysicsWK2018WKb]WKadbaaXadbbb 3.6 3

18 πrbitalKvnergyXsasedKReactionKrnalysisKofKSαbKReactionsYKComputationWK2016WKdWKbc 2.2 3

17 πnKprincipalKfeaturesKofKorganicKelectrolyteKmoleculesKinKlithiumKionKbatteryKperformanceYKPhysicalo
ChemistryoChemicaloPhysicsWK2019WKbaWKbbii]Xbbiih 3.6 3
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16 QuantumKthemicalKvstimationKofKrcetoneKPhysisorptionKonKxrapheneKUsingKtombinedKsasisKSetK
andKSizeKvxtrapolationKSchemesYKJournaloofoPhysicaloChemistryoCWK2017WKabaWKhiiiXi]a] 3.8 2

15 StochasticKSearchKofKMolecularKtlusterKznteractionKvnergyKSurfacesKwithKtoupledKtlusterKQualityK
PredictionYKTheKPhenylacetyleneKuimerYKJournaloofoChemicaloTheoryoandoComputationWK2013WKiWKchdhXed 6.4 2

14 zαVvSTzxrTzπαKπwKuπMzαrαTKv−vtTRπαKtπαwzxURrTzπαSKzαKTzMvXuvPvαuvαTKuvαSzTYK
wUαtTzπαr−KTyvπRYYKJournaloofoTheoreticaloandoComputationaloChemistryWK2005WK]dWKbfeXbh] 1.8 2

13 RelativisticKuensityKwunctionalKTheoryYKJournaloofoComputeroChemistryoJapanWK2014WKacWKgaXhb 0.2 1

12 TheoreticalKznvestigationsKonKyowKtoKReproduceKdâ��ˇ�KsondskKTransitionXMetalKtationâ��senzeneK
tomplexKtalculationsYKBulletinoofotheoChemicaloSocietyoofoJapanWK2009WKhbWKacfgXacga 5.1 1

11 πneXtoXπneKtorrespondenceKbetweenKReactionKPathwaysKandKReactiveKπrbitalsYKJournaloofo
ChemicaloTheoryoandoComputationWK2021WKagWKfi]aXfi]i 6.4 1

10 vxchangeXtorrelationKwunctionalsK2014WKa]aXabd 1

9 πrbitalKvnergyK2014WKafaXahh 1

8 rKαewKvlectronXnucleusKtorrelationKwunctionalKforMulticomponentKuensityKwunctionalKTheoryYK
JournaloofoComputeroChemistryoJapanWK2016WKaeWKadcXadg 0.2 1

7 QuantumKthemistryK2014WKaXcc 1

6
ReplyKtoKtheKRtommentKonKMTheoreticalKinvestigationsKonKhydrogenKperoxideKdecompositionKinK
aquoMRKbyKWYKyYK—oppenolWKWKb]baWKWKuπzkKa]Ya]ci[uatP]cedesYKPhysicaloChemistryoChemicaloPhysicsWK
2021WKbcWKbf]]fXbf]]h

3.6 0

5 ˇ�XStackingKonKuensityKwunctionalKTheorykKrKReviewK2014WKbdeXbg] 0

4 tatalyticKwunctionalizationKofKyexagonalKsoronKαitrideKforKπxidationKandKvpoxidationKReactionsKbyK
MolecularKπxygenYKJournaloofoPhysicaloChemistryoCWK2021WKabeWKaibaiXaibbh 3.8 0

3 rKTRrαSVvRSzαxKPyYSztr−KtπααvtTzπαKsvTWvvαK—zαvTztWKvXtyrαxvWKrαuKtπRRv−rTzπαK
wUαtTzπαr−SK2002WKfhdXgah

2 torrectionsKforKwunctionalsK2014WKabeXaf]

1 rppendixkKwundamentalKtonditionsK2014WKahiXaif
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