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86 SelectiveLligandLremovalLtoLimproveLaccessibilityLofLactiveLsitesLinLhierarchicalL−β–sLforL
heterogeneousLphotocatalysisccLNaturenCommunicationsaL2022aLfhaLgmg 17.4 11

85 zxplanationLofLtheLβpposingLShiftsLinLtheLvbsorptionLzdgeLandLtheLβpticalLResonanceLinLxu–eSgL
αanoparticlescLJournalnofnPhysicalnChemistrynCaL2022aLfgkaLjjngbjjnl 3.8

84 xhallengesLofLmodelingLnanostructuredLmaterialsLforLphotocatalyticLwaterLsplittingccLChemicaln
SocietynReviewsaL2022aL 58.5 5

83 xhangingLyourLtuneLonLcatalyticLefficiencyoLTuningLxrLconcentrationLinL₃aechSrecl–efbxxrxβhb˛·L
perovskiteLasLaLcathodeLinLsolidLoxideLelectrolysisLcellcLComputationalnMaterialsnScienceaL2022aLgfeaLfffikg3.2 0

82 znhancedL₃ibionLdiffusionLandLelectrochemicalLperformanceLinLstrainedbmanganesebironLoxideL
corebshellLnanoparticlescLJournalnofnChemicalnPhysicsaL2021aLfjjaLfiileg 3.9 1

81 wifunctionalLδG−bfreeLmetalLorganicLframeworkbbasedLelectrocatalystsLforLalkalineLelectrolyzersoL
trendsLinLtheLactivityLwithLdifferentLmetalLcenterscLNanoscaleaL2021aLfhaLijlkbijmi 7.7 6

80 vLcomparativeLstudyLofLwiaLSbaLandLwiSbLforLelectrochemicalLnitrogenLreductionLleadingLtoLaLnewL
catalystLdesignLstrategycLJournalnofnMaterialsnChemistrynAaL2021aLnaLgeijhbgeikj 13 2

79 βptimizationLofLαibxob–ebwasedLxatalystsLforLβxygenLzvolutionLReactionLbyLSurfaceLandLRelaxationL
δhenomenaLvnalysiscLChemSusChemaL2021aLfiaLflhlbflik 8.3 10

78
yipolebInducedLRamanLznhancementLUsingLαoncovalentLvzobenzeneb–unctionalizedL
SelfbvssembledL−onolayersLonLGrapheneLTerracescLACSnAppliednMaterialsnuamp;nInterfacesaL2021aL
fhaLfeglfbfeglm

9.5 5

77 StrainLxontrollingLxatalyticLzfficiencyLofLWaterLβxidationLforLαifâ��x–exββHLvlloycLMolecularn
ModelingnandnSimulationaL2021aLfbgh

76 zlectronicLxhargeLTransportoLwreakdownLofLtheLSmallbδolaronLHoppingL−odelLinLHigherbβrderL
SpinelsLUvdvcL−atercLindgegeVcLAdvancednMaterialsaL2020aLhgaLgelehkm 24

75 TowardLvmbitiousL−ultiscaleL−odelingLofLαanocrystalLxatalystsLforLWaterLSplittingcLACSnEnergyn
LettersaL2020aLjaLgeigbgeii 20.1 2

74 TheLzffectLofL–eLandLxoLvdditionsLonLtheLzfficiencyLofLαiββHLxatalystLUnderLStraincLChemCatChemaL
2020aLfgaLgmefbgmek 5.2 2

73 TernaryLαi–eTiββHLxatalystLforLtheLβxygenLzvolutionLReactionoLStudyLofLtheLzffectLofLtheLvdditionL
ofLTiLatLyifferentL₃oadingscLACSnCatalysisaL2020aLfeaLimlnbimml 13.1 15

72 TheLβperandoLβpticalLSpectrumLofLHematiteLduringLWaterLSplittingLthroughLaLbwSzLxalculationcL
JournalnofnChemicalnTheorynandnComputationaL2020aLfkaLimjlbimki 6.4 7

71 StrongLwandLGapLwlueshiftLinLxopperLUIVLβxideLSemiconductorLviaLwioinspiredLRoutecLAdvancedn
FunctionalnMaterialsaL2020aLheaLfnfeiej 15.6 14

70 xhargeLTransportLxalculationLalongLTwobyimensionalL−etaldSemiconductord−etalLSystemscLIsraeln
JournalnofnChemistryaL2020aLkeaLmmmbmnk 3.4 1
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69 wreakdownLofLtheLSmallbδolaronLHoppingL−odelLinLHigherbβrderLSpinelscLAdvancednMaterialsaL2020aL
hgaLegeeiine 24 5

68
βptimalLβxygenLVacancyLxoncentrationLforLxβgLReductionLinL₃S–xrLδerovskiteoLvLxombinedL
yensityL–unctionalLTheoryLandLThermogravimetricLvnalysisL−easurementLStudycLJournalnofnPhysicaln
ChemistrynCaL2020aLfgiaLglijhbglikk

3.8 3

67 δathwaysLforLchargeLtransportLthroughLmaterialLinterfacescLJournalnofnChemicalnPhysicsaL2020aLfjhaLegifei3.9 0

66 TheoreticalLInvestigationLofLyielectricL−aterialsLforLTwobyimensionalL–ieldbzffectLTransistorscL
AdvancednFunctionalnMaterialsaL2020aLheaLfmemjii 15.6 11

65 −odelingLyiffusionLinL–unctionalL−aterialsoL–romLyensityL–unctionalLTheoryLtoLvrtificialL
IntelligencecLAdvancednFunctionalnMaterialsaL2020aLheaLfneellm 15.6 13

64 δrogressLinLunderstandingLhematiteLelectrochemistryLthroughLcomputationalLmodelingcL
ComputationalnMaterialsnScienceaL2019aLfkeaLiffbifn 3.2 8

63 αickelLphosphideLdecoratedLwithLtraceLamountLofLplatinumLasLanLefficientLelectrocatalystLforLtheL
alkalineLhydrogenLevolutionLreactioncLSustainablenEnergynandnFuelsaL2019aLhaLgeekbgefi 5.8 11

62 −nLxationsLxontrolLzlectronicLTransportLinLSpinelLxox−nhâ��xβiLαanoparticlescLChemistrynofn
MaterialsaL2019aLhfaLiggmbighh 9.6 14

61 TernaryLαibxob–eLoxyhydroxideLoxygenLevolutionLcatalystsoLIntrinsicLactivityLtrendsaLelectricalL
conductivityaLandLelectronicLbandLstructurecLNanonResearchaL2019aLfgaLggmmbggnj 10 76

60 −aterialsLwithLhoneycombLstructuresLforLgateLdielectricsLinLtwobdimensionalL–ieldLzffectL
TransistorsLâ��LvnLabLinitioLstudycLCeramicsnInternationalaL2019aLijaLnhhnbnhil 5.1 5

59 RevealingLtheLxonductingLxharacterLofLtheL˛†bαiββHLxatalystLthroughLyefectLxhemistrycLJournalnofn
PhysicalnChemistrynCaL2019aLfghaLfmmnjbfmnei 3.8 4

58 UnveilingLionicLdiffusionLinL−gαi−nβiLcathodeLmaterialLforL−gbionLbatteriesLviaLcombinedL
computationalLandLexperimentalLstudiescLJournalnofnSolidnStatenElectrochemistryaL2019aLghaLhgenbhgfk 2.6 7

57 βnLtheLnatureLofLtrappedLstatesLinLanL−oSgLtwobdimensionalLsemiconductorLwithLsulfurLvacanciescL
MolecularnPhysicsaL2019aLfflaLgejmbgekm 1.7 7

56
TheLNRustNLxhallengeoLβnLtheLxorrelationsLbetweenLzlectronicLStructureaLzxcitedLStateLyynamicsaL
andLδhotoelectrochemicalLδerformanceLofLHematiteLδhotoanodesLforLSolarLWaterLSplittingcL
AdvancednMaterialsaL2018aLheaLeflekjll

24 69

55 xVybgrownLcopperLtungstateLthinLfilmsLforLsolarLwaterLsplittingcLJournalnofnMaterialsnChemistrynAaL
2018aLkaLfegekbfegfk 13 17

54 WaterLβxidationLxatalysisLforLαiββHLbyLaL−etropolisL−onteLxarloLvlgorithmcLJournalnofnChemicaln
TheorynandnComputationaL2018aLfiaLghmebghmj 6.4 11

53 ₃ateralLxhemicalLwondingLinLTwobyimensionalLTransitionb−etalLyichalcogenideL
−etaldSemiconductorLHeterostructurescLJournalnofnPhysicalnChemistrynCaL2018aLfggaLjiefbjife 3.8 13

52 zfficientLcationicLagentsLforLexfoliatingLtwobdimensionalLnickelLoxideLsheetscLTheoreticalnChemistryn
AccountsaL2018aLfhlaLf 1.9 6

(2018-2020)

3



51
βperandoLXbRayLvbsorptionLSpectroscopyLShowsLIronLβxidationLIsLxoncurrentLwithLβxygenL
zvolutionLinLxobaltbIronLUβxyVhydroxideLzlectrocatalystscLAngewandtenChemien-nInternationalnEdition
aL2018aLjlaLfgmiebfgmii

16.4 90

50 HydrogenLtransferLthroughLdifferentLcrystalLphasesLofLnickelLoxydhydroxidecLPhysicalnChemistryn
ChemicalnPhysicsaL2018aLgeaLgjfknbgjflm 3.6 4

49 TheLelectronicLstructureLofLtwobdimensionalLtransitionLmetalLhydroxideLmonolayersLandL
heterostructurescLSolidnStatenIonicsaL2018aLhfiaLfinbfjj 3.3 5

48 xommunicationoLαickelLhydroxideLasLanLexceptionalLdeviationLfromLtheLquantumLsizeLeffectcL
JournalnofnChemicalnPhysicsaL2018aLfinaLfiffeh 3.9 13

47 HydrogenLβxidationLonLαibwasedLzlectrocatalystsoLTheLzffectLofL−etalLyopingcLCatalystsaL2018aLmaLiji 4 55

46 βperandoLXbRayLvbsorptionLSpectroscopyLShowsLIronLβxidationLIsLxoncurrentLwithLβxygenL
zvolutionLinLxobaltâ��IronLUβxyVhydroxideLzlectrocatalystscLAngewandtenChemieaL2018aLfheaLfheggbfhegk 3.6 13

45 WaterLβxidationLxatalysisLwithL–egβhLxonstrainedLatLtheLαanoscalecLJournalnofnPhysicalnChemistrynC
aL2017aLfgfaLkfgebkfgj 3.8 24

44 TheLsecretLbehindLtheLsuccessLofLdopingLnickelLoxyhydroxideLwithLironcLPhysicalnChemistrynChemicaln
PhysicsaL2017aLfnaLlinfblinl 3.6 38

43 zlectronicLstructureLofL˛†bαiββHLwithLhydrogenLvacanciesLandLimplicationsLforLenergyLconversionL
applicationscLMRSnCommunicationsaL2017aLlaLgekbgfh 2.7 3

42 InfluenceLofLzlectrolyteLxationsLonLαiU–eVββHLxatalyzedLβxygenLzvolutionLReactioncLChemistrynofn
MaterialsaL2017aLgnaLilkfbilkl 9.6 74

41 IdentifyingLtheLbottleneckLofLwaterLoxidationLbyLabLinitioLanalysisLofLinLsituLopticalLabsorbanceL
spectrumcLPhysicalnChemistrynChemicalnPhysicsaL2017aLfnaLflglmbflgmk 3.6 19

40 UnderstandingLtheLβxygenLzvolutionLReactionLonLaLTwobyimensionalLαiβgLxatalystcL
ChemElectroChemaL2017aLiaLglkibglle 4.3 21

39 yualL−echanismsoLHydrogenLTransferLduringLWaterLβxidationLxatalysisLofLδureLandL–ebyopedL
αickelLβxyhydroxidecLJournalnofnPhysicalnChemistrynCaL2017aLfgfaLfkmfnbfkmgi 3.8 14

38 δracticalLxlusterL−odelsLforLaL₃ayeredL˛†bαiββHL−aterialcLMaterialsaL2017aLfeaL 3.5 2

37 TheLzffectLofLxoveringL–egβhLwithLaLGagβhLβverlayerLonLWaterLβxidationLxatalysiscLCatalysisn
LettersaL2017aLfilaLgellbgemg 2.8 8

36
wenchmarkingLyensityL–unctionalLTheoryLwasedL−ethodsLToL−odelLαiββHL−aterialLδropertiesoL
HubbardLandLvanLderLWaalsLxorrectionsLvsLHybridL–unctionalscLJournalnofnChemicalnTheorynandn
ComputationaL2016aLfgaLhmelbfg

6.4 33

35 znhancedLWaterLβxidationLxatalysisLofLαickelLβxyhydroxideLthroughLtheLvdditionLofLVacanciescL
JournalnofnPhysicalnChemistrynCaL2016aLfgeaLgjiejbgjife 3.8 36

34 ThreeLfundamentalLquestionsLonLoneLofLourLbestLwaterLoxidationLcatalystsoLaLcriticalLperspectivecL
TheoreticalnChemistrynAccountsaL2016aLfhjaLf 1.9 20
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33 zlectronicLδropertiesLofLδureLandL–ebyopedL˛†bαiUβHVgoLαewLInsightsLUsingLyensityL–unctionalL
TheoryLwithLaLxlusterLvpproachcLJournalnofnPhysicalnChemistrynCaL2016aLfgeaLfghiibfghje 3.8 14

32 −etalbβxygenLwondLIonicityLasLanLzfficientLyescriptorLforLyopedLαiββHLδhotocatalyticLvctivitycL
ChemPhysChemaL2016aLflaLfkhebk 3.2 17

31 δlayLtheLheavyoLvnLeffectiveLmassLstudyLforL˛–b–egβhLandLcorundumLoxidescLJournalnofnChemicaln
PhysicsaL2016aLfiiaLfkilei 3.9 20

30 αovelLHighbThroughputLScreeningLvpproachLforL–unctionalL−etaldβxideLInterfacescLJournalnofn
ChemicalnTheorynandnComputationaL2016aLfgaLfjlgbmg 6.4 12

29 zngineeringLwandLzdgeLδositionsLofLαickelLβxyhydroxideLthroughL–acetLSelectioncLJournalnofn
PhysicalnChemistrynCaL2016aLfgeaLmfeibmfem 3.8 27

28 −etallicLbackbcontactLinterfaceLdesignLinLphotoelectrochemicalLdevicescLJournalnofnMaterialsn
ChemistrynCaL2016aLiaLmnmnbmnnk 7.1 6

27 −anipulatingLelectrochemicalLperformanceLthroughLdopingLbeyondLtheLsolubilityLlimitcLPhysicaln
ChemistrynChemicalnPhysicsaL2016aLfmaLfkenmbfej 3.6 13

26 zlectronicLStructureLofLxatalysisLIntermediatesLbyLtheLGeWeLvpproximationcLCatalysisnLettersaL2016aL
fikaLgeenbgefi 2.8 12

25 yesigningLefficientLdopedLαiββHLcatalystsLforLwaterLsplittingLwithLfirstLprinciplesLcalculationscL
ChemistrySelectaL2016aLfaLnffbnfk 1.8 18

24 TowardLSettlingLtheLyebateLonLtheLRoleLofL–egβhLSurfaceLStatesLforLWaterLSplittingcLJournalnofn
PhysicalnChemistrynCaL2015aLffnaLgilmnbgilnj 3.8 73

23 xanLweLjudgeLanLoxideLbyLitsLcovertLTheLcaseLofLplatinumLoverL˛–b–egβhLfromLfirstLprinciplescL
PhysicalnChemistrynChemicalnPhysicsaL2015aLflaLgifgnbhl 3.6 21

22 HazardousLyopingLforLδhotobzlectrochemicalLxonversionoLTheLxaseLofLαbbyopedL–eâ��βâ��LfromL–irstL
δrinciplescLMoleculesaL2015aLgeaLfnneebk 4.8 20

21 δlatinumbyopedL˛–b–egβhLforLznhancedLWaterLSplittingLzfficiencyoLvLy–TXULStudycLJournalnofn
PhysicalnChemistrynCaL2015aLffnaLjmhkbjmil 3.8 64

20 StrategiesLtoLsuppressLcationLvacanciesLinLmetalLoxideLalloysoLconsequencesLforLsolarLenergyL
conversioncLJournalnofnMaterialsnScienceaL2015aLjeaLjlfjbjlgg 4.3 8

19 vL–irstbδrinciplesLStudyLonLtheLRoleLofLanLvlgβhLβverlayerLonL–egβhLforLWaterLSplittingcLACSn
CatalysisaL2015aLjaLlghlblgih 13.1 47

18 RevisitingLphotoemissionLandLinverseLphotoemissionLspectraLofLnickelLoxideLfromLfirstLprinciplesoL
implicationsLforLsolarLenergyLconversioncLJournalnofnPhysicalnChemistrynBaL2014aLffmaLlnkhblf 3.4 32

17 TheoreticalLInsightsLintoLtheL−echanismLofLWaterLβxidationLonLαonstoichiometricLandL
TitaniumbyopedL–egβhUeeefVcLJournalnofnPhysicalnChemistrynCaL2014aLffmaLghfkgbghfkl 3.8 47

16 SignificantLreductionLinLαiβLbandLgapLuponLformationLofL₃ixLαifbxLβLalloysoLapplicationsLtoLsolarL
energyLconversioncLChemSusChemaL2014aLlaLfnjbgef 8.3 45
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15 TransitionLmetalLoxideLalloysLasLpotentialLsolarLenergyLconversionLmaterialscLJournalnofnMaterialsn
ChemistrynAaL2013aLfaLgili 13 55

14 HoleLTransportLinLαonstoichiometricLandLyopedLWˆ…stitecLJournalnofnPhysicalnChemistrynCaL2012aLffkaLfliehbflifh3.8 18

13 –irstLprinciplesLschemeLtoLevaluateLbandLedgeLpositionsLinLpotentialLtransitionLmetalLoxideL
photocatalystsLandLphotoelectrodescLPhysicalnChemistrynChemicalnPhysicsaL2011aLfhaLfkkiibji 3.6 287

12 zlectronLtransportLinLpureLandLdopedLhematitecLNanonLettersaL2011aLffaLflljbmf 11.5 227

11 vLquantumLmechanicalLfluxLcorrelationLapproachLtoLsteadybstateLtransportLratesLinLmolecularL
junctionscLChemicalnPhysicsaL2010aLhleaLfgibfhf 2.3 5

10 βnLtheLeffectLofLnuclearLbridgeLmodesLonLdonorâ��acceptorLelectronicLcouplingLinL
donorâ��bridgeâ��acceptorLmoleculescLChemicalnPhysicsaL2009aLhjmaLijbjf 2.3 8

9 SitebdirectedLelectronicLtunnelingLinLaLdissipativeLmolecularLenvironmentcLJournalnofnChemicaln
PhysicsaL2008aLfgnaLehijef 3.9 18

8 xontrolledLelectronicLtransportLthroughLbranchedLmolecularLconductorscLMolecularnPhysicsaL2008aL
fekaLgmfbgml 1.7 15

7 zlectronicLtransportLthroughLmolecularLjunctionsLwithLnonrigidLmoleculebleadsLcouplingcLJournalnofn
ChemicalnPhysicsaL2007aLfglaLfjilek 3.9 37

6 SitebdirectedLelectronicLtunnelingLthroughLaLvibratingLmolecularLnetworkcLJournalnofnChemicaln
PhysicsaL2006aLfgjaLfmileh 3.9 5

5 SimultaneousLpropagationLofLdifferentLwavepacketsLdrivenLbyLlaserscLChemicalnPhysicsnLettersaL2006
aLihfaLfknbflh 2.5

4 SitebdirectedLdeepLelectronicLtunnelingLthroughLaLmolecularLnetworkcLJournalnofnChemicalnPhysicsaL
2005aLfghaLfjffef 3.9 10

3 ThermalLrateLconstantsLforLresonancebsupportingLreactionLbarriersLbyLtheLfluxLaveragingLmethodcL
ChemicalnPhysicsnLettersaL2003aLhknaLghgbghn 2.5 7

2 ThermalLresonantLtunnelingLratesLbyLaLgeneralizedLfluxLaveragingLmethodcLIsraelnJournalnofn
ChemistryaL2002aLigaLghlbgii 3.4 2

1 δerovskiteL₃aechSrecl–eeclxrechβhâ��˛·LxatalysisLRaisesLtheLwaroLδreventingLUnwantedLαearbSurfaceL
SrLSegregationLandLSrxβhLδrecipitationcLAdvancednTheorynandnSimulationsagfeeflh 3.5 0
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