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75 σxygenKVacancyKvngineeringKPromotedKPhotocatalyticKrmmoniaKSynthesisKonKUltrathinK
TwoZuimensionalKsismuthKσxybromideKπanosheets[KNanomLettersWK2018WKbiWKhdhcZhdhh 11.5 200

74 yydrogenKvvolutionKReactionKinKrlkalineKβediakKrlphaZKorKsetaZπickelKyydroxideKonKtheKSurfaceKofK
Platinump[KACSmEnergymLettersWK2018WKdWKcdhZcee 20.1 148

73 rtomicKSubstitutionKvnabledKSynthesisKofKVacancyZRichKTwoZuimensionalKslackKTiσKπanoflakesKforK
yighZPerformanceKRechargeableKβagnesiumKsatteries[KACSmNanoWK2018WKbcWKbcejcZbcfac 16.7 85

72 βolecularKuesignKofKwusedZRingKPhenazineKuerivativesKforKLongZtyclingKrlkalineKRedoxKwlowK
satteries[KACSmEnergymLettersWK2020WKfWKebbZebh 20.1 67

71 uesigningKpromisingKmoleculesKforKorganicKsolarKcellsKviaKmachineKlearningKassistedKvirtualK
screening[KJournalmofmMaterialsmChemistrymAWK2019WKhWKbheiaZbheii 13 50

70 uualKRoleKofKaKPhotocatalystkKxenerationKofKπiSaTKtatalystKandKPromotionKofKtatalyticKtâ��πKsondK
wormation[KACSmCatalysisWK2018WKiWKbefgZbegd 13.1 43

69 σxygenKSpeciesKonKπitrogenZuopedKtarbonKπanosheetsKasKvfficientKrctiveKSitesKforKβultipleK
vlectrocatalysis[KACSmAppliedmMaterialsmtamp;mInterfacesWK2018WKbaWKbbghiZbbgii 9.5 42

68 PredictionKonKtheKlightZassistedKexfoliationKofKmultilayeredKarseneneKbyKtheKphotoZisomerizationKofK
azobenzene[KNanoscaleWK2017WKjWKhaagZhabb 7.7 30

67 tompetitiveKSelectionKofKtonformationKthiralityKofKWaterZSolubleKPillar[f]areneKznducedKbyKrminoK
rcidKuerivatives[KOrganicmLettersWK2020WKccWKccggZccha 6.2 28

66 TowardKStableKLithiumKPlating]StrippingKbyKSuccessiveKuesolvationKandKvxclusiveKTransportKofKLiK
zons[KACSmAppliedmMaterialsmtamp;mInterfacesWK2020WKbcWKbaegbZbaeha 9.5 27

65 βolecularKQuantumKuotKtellularKrutomataKsasedKonKuiborylKβonoradicalKrnions[KJournalmofm
PhysicalmChemistrymCWK2018WKbccWKcefeZcega 3.8 27

64 uualKzntrareticularKσxidationKofKβixedZLigandKβetalZσrganicKwrameworksKforKStepwiseK
vlectrochemiluminescence[KJournalmofmthemAmericanmChemicalmSocietyWK2021WKbedWKdaejZdafd 16.4 26

63 LewisKrcidZtatalyzedKSelectiveKReductiveKuecarboxylativeKPyridylationKofKπZyydroxyphthalimideK
vsterskKSynthesisKofKtongestedKPyridineZSubstitutedKQuaternaryKtarbons[KACSmCatalysisWK2019WKjWKbabecZbabfb13.1 25

62
tatalyticKenantioselectiveKsynthesisKofKcyclopropanesKfeaturingKvicinalKallZcarbonKquaternaryK
stereocentersKwithKaKtycwKgrouplKstudyKofKtheKinfluenceKofKtâ��wpyâ��πKinteractionsKonKreactivity[K
OrganicmChemistrymFrontiersWK2018WKfWKcjgaZcjgi

5.2 25

61 πonradiativeKTripletKLossKSuppressedKinKσrganicKPhotovoltaicKslendsKwithKwluoridatedK
πonfullereneKrcceptors[KJournalmofmthemAmericanmChemicalmSocietyWK2021WKbedWKedfjZedgg 16.4 24

60 vanKderKWaalsKvpitaxialKxrowthKandKznterfacialKPassivationKofKTwoZuimensionalKSingleZtrystallineK
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59
thelationZassistedKformationKofKmultiZyolkâ��shellKtoeπqcarbonKnanoboxesKforK
selfZdischargeZsuppressedKhighZperformanceKLiâ��SeScKbatteries[KJournalmofmMaterialsmChemistrymAWK
2019WKhWKcadacZcadaj
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58 TheKPeculiarKRoleKofKtheKruKUnitKinKruKtlusterskKˇ�ZrromaticityKofKtheKruZnKzon[KInorganicmChemistryWK
2017WKfgWKfhjdZfiad 5.1 20

57 πearZznfraredZResponsiveKPhotoZurivenKπitrogenKwixationKvnabledKbyKσxygenKVacanciesKandKSulfurK
uopingKinKslackKTiσSKπanoplatelets[KACSmAppliedmMaterialsmtamp;mInterfacesWK2021WKbdWKejhfZejid 9.5 19

56 TransferableKβultilevelKrttentionKπeuralKπetworkKforKrccurateKPredictionKofKQuantumKthemistryK
PropertiesKviaKβultitaskKLearning[KJournalmofmChemicalmInformationmandmModelingWK2021WKgbWKbaggZbaic 6.1 19

55 SurfaceKmodificationKofKporousKPLxrKscaffoldsKwithKplasmaKforKpreventingKdimensionalKshrinkageK
andKpromotingKscaffoldZcell]tissueKinteractions[KJournalmofmMaterialsmChemistrymBWK2018WKgWKhgafZhgbd 7.3 19

54 TuningKtheKliquidZphaseKexfoliationKofKarsenicKnanosheetsKbyKinteractionKwithKvariousKsolvents[K
PhysicalmChemistrymChemicalmPhysicsWK2019WKcbWKbcaihZbcaja 3.6 18

53 wormationKofKaKmixedZvalenceKtuSiT]tuSiiTKmetalZorganicKframeworkKwithKtheKfullKlightKspectrumKandK
highKselectivityKofKtσKphotoreductionKintoKty[KChemicalmScienceWK2020WKbbWKbabedZbabei 9.4 18

52 TheoreticalKznvestigationsKonKtheKRolesKofKzntramolecularKStructureKuistortionKversusKzrregularK
zntermolecularKPackingKinKσpticalKSpectraKofKgTKπanoparticles[KChemistrymofmMaterialsWK2017WKcjWKcfbdZcfca9.6 17

51 themicallyKSelfZthargingKrqueousKZincZσrganicKsattery[KJournalmofmthemAmericanmChemicalmSocietyWK
2021WKbedWKbfdgjZbfdhh 16.4 16

50 rnKexcellentKexampleKillustratingKtheKfluorescenceKsensingKpropertyKofKcobaltZorganicKframeworks[K
DaltonmTransactionsWK2019WKeiWKccifZccij 4.3 14

49
rccurateKPredictionKofKπβRKthemicalKShiftsKinKβacromolecularKandKtondensedZPhaseKSystemsKwithK
theKxeneralizedKvnergyZsasedKwragmentationKβethod[KJournalmofmChemicalmTheorymandmComputation
WK2017WKbdWKfcdbZfcdj

6.4 14

48 znSzzzTKβetalZσrganicKwrameworkKzncorporatedKwithKvnzymeZβimickingKπickelKsisSdithioleneTKLigandK
forKyighlyKSelectiveKtσKvlectroreduction[KJournalmofmthemAmericanmChemicalmSocietyWK2021WKbedWKbeahbZbeahg16.4 14

47 rnKσnZtheZwlyKrpproachKtoKtonstructKxeneralizedKvnergyZsasedKwragmentationKβachineKLearningK
worceKwieldsKofKtomplexKSystems[KJournalmofmPhysicalmChemistrymAWK2020WKbceWKfaahZfabe 2.8 13

46 SuperlubricityKofKwullereneKuerivativesKznducedKbyKyostZxuestKrssembly[KACSmAppliedmMaterialsm
tamp;mInterfacesWK2020WKbcWKbijceZbijdd 9.5 12

45 yowKintermolecularKinteractionsKinfluenceKelectronicKabsorptionKspectrakKinsightsKfromKtheK
molecularKpackingKofKuracilKinKcondensedKphases[KPhysicalmChemistrymChemicalmPhysicsWK2019WKcbWKeahcZeaib3.6 11

44
StructuresKandKSpectroscopicKPropertiesKofKLargeKβoleculesKandKtondensedZPhaseKSystemsK
PredictedKbyKxeneralizedKvnergyZsasedKwragmentationKrpproach[KAccountsmofmChemicalmResearchWK
2021WKfeWKbgjZbib

24.3 11

43 TheKpreciseKeditingKofKsurfaceKsitesKonKaKmolecularZlikeKgoldKcatalystKforKmodulatingK
regioselectivity[KChemicalmScienceWK2020WKbbWKiaaaZiaae 9.4 10

42 rKlowKsymmetryKclusterKmeetsKaKlowKsymmetryKligandKtoKsharplyKboostKβσwKthermalKstability[K
ChemicalmCommunicationsWK2020WKfgWKbbjifZbbjii 5.8 10

41 TuningKtheKcollectiveKswitchingKbehaviorKofKazobenzene]ruKhybridKmaterialskKflexibleKversusKrigidK
azobenzeneKbackbonesKandKruSbbbTKsurfacesKversusKcurvedKruKnanoparticles[KNanoscaleWK2017WKjWKbghaaZbghba7.7 9
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40 UnexpectedKsolventKeffectsKonKtheKUV]VisKabsorptionKspectraKofKZcresolKinKtolueneKandKbenzenekKinK
contrastKwithKnonZaromaticKsolvents[KRoyalmSocietymOpenmScienceWK2018WKfWKbhbjci 3.3 9

39 βolecularKσriginKofKtheKsiologicallyKrcceleratedKβineralizationKofKyydroxyapatiteKonKsacterialK
telluloseKforKβoreKRobustKπanocomposites[KNanomLettersWK2021WK 11.5 9

38 βissingZLinkerKcuKtonductiveKβetalKσrganicKwrameworksKforKRapidKxasKuetection[KACSmSensorsWK
2021WKgWKecjZedi 9.2 9

37 TheKeffectKofKelectrostaticKfieldKonKtheKcatalyticKpropertiesKofKplatinumKclustersKconfinedKinKzeoliteK
forKhydrogenation[KCatalysismSciencemandmTechnologyWK2018WKiWKgdieZgdjf 5.5 9

36 σxazolidineKTransientKsasesKasKβolecularKPlatformsKforKTestingKuynamicKtσKtaptureKinKsiochemicalK
Systems[KACSmOmegaWK2018WKdWKciidZcije 3.9 8

35
PolarizationKvffectsKonKtheKtelluloseKuissolutionKinKzonicKLiquidskKβolecularKuynamicsKSimulationsK
withKPolarizationKβodelKandKzntegratedKTemperingKvnhancedKSamplingKβethod[KJournalmofmPhysicalm
ChemistrymBWK2017WKbcbWKedbjZeddc

3.4 7

34 rKpairKofKduKenantiotopicKzincSiiTKcomplexesKbasedKonKtwoKasymmetricKachiralKligands[KDaltonm
TransactionsWK2017WKegWKbehhjZbehie 4.3 7

33 UnlockingKtheKactionKmechanismsKofKmolecularKnonlinearKopticalKabsorptionKforKopticalKconjugatedK
polymersKunderKaggregationKstates[KPolymermChemistryWK2019WKbaWKbbeZbce 4.9 7

32
SimultaneousKσptimizationKofKuonor]rcceptorKPairsKandKueviceKSpecificationsKforKπonfullereneK
σrganicKSolarKtellsKUsingKaKQSPRKβodelKwithKβorphologicalKuescriptors[KJournalmofmPhysicalm
ChemistrymLettersWK2021WKbcWKejiaZejig

6.4 7

31 zmprovedKgeneralizedKenergyZbasedKfragmentationKapproachKandKitsKapplicationsKtoKtheKbindingK
energiesKofKsupramolecularKcomplexes[KElectronicmStructureWK2019WKbWKaeeaad 2.6 6

30 tyclometalatedKzridiumSzzzTKtomplexesKzncorporatingKrromaticKPhosphonateKLigandskKSynthesesWK
StructuresWKandKTunableKσpticalKProperties[KACSmOmegaWK2019WKeWKbgfedZbgffa 3.9 5

29 SynergisticKstericKpairingKeffectsKofKterfluorenesKwithKternaryKsideKgroupsKonK˛†ZconformationK
transitionkKexperimentsKandKcomputations[KJournalmofmMaterialsmChemistrymCWK2018WKgWKbffbZbfgb 7.1 5

28 rKlightZdrivenKmodulationKofKelectricKconductanceKthroughKtheKadsorptionKofKazobenzeneKontoK
siliconZdopedZKandKpyridineZlikeKπZvacancyKgraphene[KNanoscaleWK2017WKjWKbjabhZbjacf 7.7 5

27
rggregationZinducedKvisibleKlightKabsorptionKmakesKreactantKbWcZdiisocyanoarenesKactKasK
photosensitizersKinKdoubleKradicalKisocyanideKinsertions[KPhysicalmChemistrymChemicalmPhysicsWK2017WK
bjWKdbeedZdbefb

3.6 5

26 LigandKvffectsKofKsrettPhosKandKRuPhosKonKRateZLimitingKStepsKinKsuchwaldZyartwigKrminationK
ReactionKuueKtoKtheKβodulationKofKStericKyindranceKandKvlectronicKStructure[KACSmOmegaWK2020WKfWKcbdifZcbdjb3.9 5

25
RoleKofKSynergisticKtâ��y´•´•´•πKandKtâ��y´•´•´•σKyZsondingKznteractionsKinKSelfZrssembliesKofKaK
PhthalocyanineKuerivativeKandKSeveralKPyridineKuerivatives[KJournalmofmPhysicalmChemistrymCWK2018WK
bccWKcebfiZcebgd

3.8 5

24 PlanarKversusKπonplanarKPdKtlusterskKStabilityKandKtσKσxidationKrctivityKofKPdKtlustersKwithKandK
withoutKTiσcSbbaTKSubstrate[KJournalmofmPhysicalmChemistrymCWK2019WKbcdWKbdhdjZbdheh 3.8 4

23 tooperativeKβultipointKRecognitionKofKSialicKrcidKbyKsenzoboroxoleZsasedKReceptorsKsearingK
tationicKyydrogenZsondKuonors[KJournalmofmOrganicmChemistryWK2020WKifWKiddaZiddi 4.2 4
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22 ZeoliteKrdsorptionKzsothermsKPredictedKbyKPoreKthannelKandKLocalKvnvironmentalKuescriptorskK
weatureKLearningKonKuwTKsindingKStrength[KJournalmofmPhysicalmChemistrymCWK2020WKbceWKjdbeZjdci 3.8 4

21 rKTwoZvndedKuataZurivenKrcceleratedKSamplingKβethodKforKvxploringKtheKTransitionKPathwaysK
betweenKTwoK·nownKStatesKofKProtein[KJournalmofmChemicalmTheorymandmComputationWK2020WKbgWKegdbZegea6.4 4

20 yeterochelationKboostsKsodiumKstorageKinKˇ�ZdKconjugatedKcoordinationKpolymers[KEnergymandm
EnvironmentalmScienceW 35.4 4

19 suildingKquantumKmechanicsKqualityKforceKfieldsKofKproteinsKwithKtheKgeneralizedKenergyZbasedK
fragmentationKapproachKandKmachineKlearning[KPhysicalmChemistrymChemicalmPhysicsWK2021WK 3.6 4

18 PhotodrivenKtatalyticKyydrogenationKofKtσKtoKtyKwithKπearlyKbaaPKSelectivityKoverKrgKtlusters[K
NanomLettersWK2021WKcbWKigjdZihaa 11.5 4

17 rKuataZurivenKrcceleratedKSamplingKβethodKforKSearchingKwunctionalKStatesKofKProteins[KAdvancedm
TheorymandmSimulationsWK2019WKcWKbiaabhb 3.5 4

16 βachineKlearningKonKpropertiesKofKmultiscaleKmultisourceKhydroxyapatiteKnanoparticlesKdatasetsK
withKdifferentKmorphologiesKandKsizes[KNpjmComputationalmMaterialsWK2021WKhWK 10.9 4

15 SelectivityKcontrolKofKPdSPβeTZcatalyzedKhydrogenationKofKinternalKalkynesKtoKvZalkenesKbyKreactionK
timeKandKwaterKcontentKinKformicKacid[KDaltonmTransactionsWK2019WKeiWKbaaddZbaaec 4.3 3

14 tomputationalKandKdataKdrivenKmolecularKmaterialKdesignKassistedKbyKlowKscalingKquantumK
mechanicsKcalculationsKandKmachineKlearning[[KChemicalmScienceWK2021WKbcWKbejihZbfaag 9.4 3

13 ProgrammableKnanoZreactorsKforKstochasticKsensing[KNaturemCommunicationsWK2021WKbcWKfibb 17.4 3

12 RoleKofKxraphiteKweltKvlectrodeKandKvlectronKuelocalizationKofKtinnamateKvsterKinKvlectrochemicalK
yydrogenationKReaction[KJournalmofmPhysicalmChemistrymCWK2021WKbcfWKbdihbZbdihj 3.8 3

11
yydrogenKsondingKPromotedKTautomerismKbetweenKrzoKandKyydrazoneKwormsKinKtalconKwithK
βultistimuliKResponsivenessKandKsiocompatibility[KJournalmofmChemicalmInformationmandmModelingWK
2019WKfjWKcbbaZcbcc

6.1 3

10 LinkingKinhibitorKmotionsKtoKproteolyticKstabilityKofKsunflowerKtrypsinKinhibitorZb[[KRSCmAdvancesWK
2019WKjWKbdhhgZbdhig 3.7 2

9 σnZuemandKvlectricalKSwitchingKofKrntibodyZrntigenKsindingKonKSurfaces[[KACSmAppliedmBiom
MaterialsWK2018WKbWKhdiZheh 4.1 2

8 UnconventionalKσZy´•´•´•tKyydrogenKsondingKandKvffectsKofKtonformationalKthangesKonKznfraredK
SpectroscopyKofKoZtresolKinKSolutions[KJournalmofmPhysicalmChemistrymAWK2016WKbcaWKbabjgZbacag 2.8 2

7 ShearKviscosityKpredictionKofKalcoholsWKhydrocarbonsWKhalogenatedWKcarbonylWKnitrogenZcontainingWK
andKsulfurKcompoundsKusingKtheKvariableKforceKfields[KJournalmofmChemicalmPhysicsWK2021WKbfeWKahefac 3.9 2

6
PromotingKZZtoZvKThermalKzsomerizationKofKrzobenzeneKuerivativesKbyKπoncovalentKznteractionK
withKPhosphorenekKTheoreticalKPredictionKandKvxperimentalKStudy[KJournalmofmPhysicalmChemistrymCWK
2020WKbceWKbfjgbZbfjgi

3.8 1

5 σbservingKhalogenZbondZassistedKelectronKtransportKinKhighZperformanceKpolymerKsolarKcells[K
AppliedmPhysicsmLettersWK2021WKbbjWKbiddac 3.4 1
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4 LayerKorKTubepKUncoveringK·eyKwactorsKueterminingKtheKRollingZupKofKLayeredKtoordinationK
Polymers[KJournalmofmthemAmericanmChemicalmSocietyWK2021WKbedWKbhfihZbhfji 16.4 1

3 tontrolledKwluorescenceKvnhancementKofKuπrZsindingKuyeKThroughKthainKLengthKβatchKbetweenK
σligoguanineKandKTσTσ[KJournalmofmPhysicalmChemistrymBWK2021WKbcfWKfbiZfch 3.4 1

2 vffectKofKtheKuefectKβodulatorKandKLigandKLengthKofKβetalZσrganicKwrameworksKonKtarbonK
uioxideKPhotoreduction[[KACSmAppliedmMaterialsmtamp;mInterfacesWK2021WKbdWKgbfhiZgbfig 9.5 1

1 vnhancedKvlectronKTransferKandKSpinKwlipKthroughKSpinâ��σrbitalKtouplingsKinKσrganic]znorganicK
yeterojunctionskKrKπonadiabaticKSurfaceKyoppingKSimulation[KJournalmofmPhysicalmChemistrymLettersWeieaZeiei6.4 0
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