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84 vLyensityL{unctionalLTheoryLStudyLofLtheLvdsorptionLofLwenzeneLonL–ematiteLU˛–b{egOhVLSurfacescL
MineralseoBaselteSwitzerlandpaL2014aLiaLmnbffj 2.4 77

83 vdsorptionLofLhydrazineLonLtheLperfectLandLdefectiveLcopperLUfffVLsurfaceoLvLdispersionbcorrectedL
y{TLstudycLSurfaceeScienceaL2014aLkggaLfbm 1.8 68

82 TheLOriginLofL–ighLvctivityLofLvmorphousLMoSLinLtheL–ydrogenLzvolutionLReactioncLChemSusChemaL
2019aLfgaLihmhbihmn 8.3 54

81 znhancedLPhotoresponseLofL{eSL{ilmsoLTheLRoleLofLMarcasitebPyriteLPhaseLαunctionscLAdvancede
MaterialsaL2016aLgmaLnkegbnkel 24 53

80 vctivationLandLdissociationLofLxOgLonLtheLUeefVaLUeffVaLandLUfffVLsurfacesLofLmackinawiteLU{eSVoLvL
dispersionbcorrectedLy{TLstudycLJournaleofeChemicalePhysicsaL2015aLfihaLenileh 3.9 40

79 SiliceneLandLtransitionLmetalLbasedLmaterialsoLpredictionLofLaLtwobdimensionalLpiezomagnetcL
JournaleofePhysicseCondensedeMatteraL2010aLggaLhljjeg 1.8 40

78 vdsorptionLofLmethylamineLonLmackinawiteLU{zSVLsurfacesoLaLdensityLfunctionalLtheoryLstudycL
JournaleofeChemicalePhysicsaL2013aLfhnaLfgilem 3.9 38

77 znhancingLtheLelectrocatalyticLactivityLofLg–bWSLforLhydrogenLevolutionLviaLdefectLengineeringcL
PhysicaleChemistryeChemicalePhysicsaL2019aLgfaLkelfbkeln 3.6 35

76 StructuresLandLPropertiesLofLvsUO–VLvdsorptionLxomplexesLonL–ydratedLMackinawiteLU{eSVL
SurfacesoLvLy{TbygLStudycLEnvironmentaleScienceemamp;eTechnologyaL2017aLjfaLhikfbhile 10.3 34

75 TheLsurfaceLchemistryLofLNOUxVLonLmackinawiteLU{eSVLsurfacesoLaLy{TbygLstudycLPhysicaleChemistrye
ChemicalePhysicsaL2014aLfkaLfjiiibjk 3.6 33

74 SurfaceLandLshapeLmodificationLofLmackinawiteLU{eSVLnanocrystalsLbyLcysteineLadsorptionoLaL
firstbprinciplesLy{TbygLstudycLPhysicaleChemistryeChemicalePhysicsaL2016aLfmaLhgeelbhgege 3.6 27

73 y{TbygLStudyLofLtheLvdsorptionLandLyissociationLofLWaterLonLxleanLandLOxygenbxoveredL{eef}LandL
{eff}LSurfacesLofLMackinawiteLU{eSVcLJournaleofePhysicaleChemistryeCaL2016aLfgeaLgfiifbgfije 3.8 26

72 UnravelingLtheLRoleLofLγithiumLinLznhancingLtheL–ydrogenLzvolutionLvctivityLofLMoSoLøntercalationL
versusLvdsorptioncLACSeEnergyeLettersaL2019aLiaLflhhbflie 20.1 25

71
–ighLStabilityLandLγongLxycleLγifeLofLRechargeableLSodiumbøonLwatteryLUsingLManganeseLOxideL
xathodeoLvLxombinedLyensityL{unctionalLTheoryLUy{TVLandLzxperimentalLStudycLACSeAppliede
Materialsemamp;eInterfacesaL2021aLfhaLffihhbffiif

9.5 25

70 y{TbygLsimulationsLofLwaterLadsorptionLandLdissociationLonLtheLlowbindexLsurfacesLofLmackinawiteL
U{eSVcLJournaleofeChemicalePhysicsaL2016aLfiiaLflilei 3.9 23

69 vLy{TZULinvestigationLofLhydrogenLadsorptionLonLtheLγa{eOUefeVLsurfacecLPhysicaleChemistrye
ChemicalePhysicsaL2017aLfnaLlhnnblien 3.6 22

68 StructuralLandLOpticalLPropertiesLofLZnOLThinL{ilmsLPreparedLbyLMolecularLPrecursorLandLSolâ��}elL
MethodscLCrystalsaL2020aLfeaLfhg 2.3 21
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67 PeriodicLy{TZULinvestigationLofLtheLbulkLandLsurfaceLpropertiesLofLmarcasiteLU{eSVcLPhysicale
ChemistryeChemicalePhysicsaL2017aLfnaLglilmbglimm 3.6 21

66 ømplementingLyopantb{reeL–olebTransportingLγayersLandLMetalbøncorporatedLxsPbøwrLforLStableL
vllbønorganicLPerovskiteLSolarLxellscLACSeEnergyeLettersaL2021aLkaLllmblmm 20.1 21

65 ReactivityLofLxOLonLtheLsurfacesLofLmagnetiteLU{eOVaLgreigiteLU{eSVLandLmackinawiteLU{eSVcL
PhilosophicaleTransactionseSerieseAteMathematicaltePhysicalteandeEngineeringeSciencesaL2018aLhlkaL 3 18

64 OxidationLbehaviourLofLUSioLanLexperimentalLandLfirstLprinciplesLinvestigationcLPhysicaleChemistrye
ChemicalePhysicsaL2018aLgeaLilembilge 3.6 14

63 yensityLfunctionalLtheoryLcharacterizationLofLtheLstructuresLofL–vsOLandL–vsOLadsorptionL
complexesLonLferrihydritecLEnvironmentaleSciences:eProcesseseandeImpactsaL2018aLgeaLnllbnml 4.3 14

62 zxperimentalLandLTheoreticalLStudyLintoLønterfaceLStructureLandLwandLvlignmentLofLtheLxuZnLxdL
SnSL–eterointerfaceLforLPhotovoltaicLvpplicationscLACSeAppliedeEnergyeMaterialsaL2020aLhaLjfjhbjfkg 6.1 13

61 zlectronicLStructureLandLønterfaceLznergeticsLofLxuwiOLPhotoelectrodescLJournaleofePhysicale
ChemistryeCaL2020aLfgiaLggifkbggigj 3.8 13

60 UnravellingLtheLearlyLoxidationLmechanismLofLzincLphosphideLUZnPVLsurfacesLbyLadsorbedLoxygenL
andLwateroLaLfirstbprinciplesLy{TbyhLinvestigationcLPhysicaleChemistryeChemicalePhysicsaL2020aLggaLfiiibfijk3.6 12

59 y{TLandLexperimentalLinvestigationsLonLtheLphotocatalyticLactivitiesLofLNiOLnanobeltsLforLremovalL
ofLorganicLpollutantscLJournaleofeAlloyseandeCompoundsaL2021aLmjjaLfjlhhl 5.7 12

58 xombinedLelectrochemicalLandLy{TLinvestigationsLofLironLselenideoLaLmechanicallyLbendableL
solidbstateLsymmetricLsupercapacitorcLSustainableeEnergyeandeFuelsaL2021aLjaLjeefbjefg 5.8 12

57 zxperimentalLandLTheoreticalLønvestigationLofLtheLStructuralLandLOptobelectronicLPropertiesLofL
{ebyopedLγeadb{reeLxsLvgwixlLyoubleLPerovskitecLChemistryeueAeEuropeaneJournalaL2021aLglaLliemblifl 4.8 11

56
vdsorptionLandLyesulfurizationLMechanismLofLThiopheneLonLγayeredL{eSUeefVaLUeffVaLandLUfffVL
SurfacesoLvLyispersionbxorrectedLyensityL{unctionalLTheoryLStudycLJournaleofePhysicaleChemistryeCaL
2018aLfggaLhjnbhle

3.8 11

55 PhotoelectrochemicalLønvestigationLonLtheLxadmiumLSulfideLUxdSVLThinL{ilmsLPreparedLusingLSpinL
xoatingLTechniquecLESeMaterialsemeManufacturingaL2020aL 3.7 10

54 ModifiedLvctivationLProcessLforLSupercapacitorLzlectrodeLMaterialsLfromLvfricanLMaizeLxobcL
MaterialsaL2020aLfhaL 3.5 9

53 xOLactivationLandLdissociationLonLtheLlowLmillerLindexLsurfacesLofLpureLandLNibcoatedLironLmetaloLaL
y{TLstudycLPhysicaleChemistryeChemicalePhysicsaL2017aLfnaLfnilmbfnimk 3.6 9

52 –ydrazineLadsorptionLonLperfectLandLdefectiveLfccLnickelLUfeeVaLUffeVLandLUfffVLsurfacesoLvL
dispersionLcorrectedLy{TbygLstudycLAppliedeSurfaceeScienceaL2019aLimeaLfefibfegi 6.7 9

51 ønterfaceLStructureLandLwandLvlignmentLofLxZTSdxdSL–eterojunctionoLvnLzxperimentalLandL
{irstbPrinciplesLy{TLønvestigationcLMaterialsaL2019aLfgaL 3.5 9

50 TowardsLdefectbfreeLthinLfilmsLofLtheLearthbabundantLabsorberLzincLphosphideLbyLnanopatterningcL
NanoscaleeAdvancesaL2021aLhaLhgkbhhg 5.1 9
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49 zffectLofLnickelLmonolayerLdepositionLonLtheLstructuralLandLelectronicLpropertiesLofLtheLlowLmillerL
indicesLofLUbccVLironoLvLy{TLstudycLAppliedeSurfaceeScienceaL2017aLieeaLgnhbheh 6.7 8

48 ønvestigationLofLgrowthLmechanismLforLhighlyLorientedLTiOgLnanorodsoLtheLroleLofLreactionLtimeL
andLannealingLtemperaturecLSNeAppliedeSciencesaL2019aLfaLf 1.8 8

47 znhancedL{ieldLzmissionLPropertiesLofLvudSnSeLNanobheterostructureoLvLxombinedLzxperimentalL
andLTheoreticalLønvestigationcLScientificeReportsaL2020aLfeaLghjm 4.9 8

46 {irstbPrinciplesLønvestigationLofLtheLStructuralaLzlasticaLzlectronicaLandLOpticalLPropertiesLofL˛–bLandL
˛†bSrZrSoLømplicationsLforLPhotovoltaicLvpplicationscLMaterialsaL2020aLfhaL 3.5 8

45 OpticalaLstructuralLandLmorphologicalLstudyLofLxdSLnanoparticlesoLroleLofLsulfurLsourcecL
NanomaterialseandeEnergyaL2020aLnaLlgbmf 1.1 8

44 ZnOdxuSxNLNanob–eterostructureLasLaL–ighlyLzfficientL{ieldLzmitteroLaLxombinedLzxperimentalL
andLTheoreticalLønvestigationcLACSeOmegaaL2020aLjaLklfjbklgi 3.9 8

43
zxperimentalLandLcomputationalLstudiesLofLsonochemicalLassistedLanchoringLofLcarbonLquantumL
dotsLonLreducedLgrapheneLoxideLsheetsLtowardsLtheLphotocatalyticLactivitycLAppliedeSurfaceeScienceaL
2021aLjijaLfimnkg

6.7 8

42
ønvestigationsLofLtheLstructuralaLoptoelectronicLandLbandLalignmentLpropertiesLofLxugZnSnSiL
preparedLbyLhotbinjectionLmethodLtowardsLlowbcostLphotovoltaicLapplicationscLJournaleofeAlloyseande
CompoundsaL2021aLmjiaLfjlenh

5.7 8

41
ThermoluminescenceaLphotoluminescenceLandLopticallyLstimulatedLluminescenceLcharacteristicsLofL
xaSOiozuLphosphoroLzxperimentalLandLdensityLfunctionalLtheoryLUy{TVLinvestigationscLJournaleofe
LuminescenceaL2020aLggfaLfflejf

3.8 7

40 {irstbPrinciplesLønsightsLintoLtheLønterfaceLxhemistryLbetweenLibvminothiophenolLandLZincL
PhosphideLUZnPVLNanoparticlescLACSeOmegaaL2020aLjaLfegjbfehg 3.9 7

39 vLdensityLfunctionalLtheoryLstudyLofLarsenicLimmobilizationLbyLtheLvlUøøøVbmodifiedLzeoliteL
clinoptilolitecLPhysicaleChemistryeChemicalePhysicsaL2016aLfmaLffgnlbhej 3.6 7

38 ønfluenceLofLønorganicLSolutionLxomponentsLonLγithiumLxarbonateLxrystalL}rowthcLCrystaleGrowthe
andeDesignaL2019aLfnaLknnibleek 3.5 7

37 znhancedLphotocatalyticLactivityLofLNaLPaLcobdopedLcarbonLquantumLdotsoLvnLinsightLfromL
experimentalLandLcomputationalLapproachcLVacuumaL2020aLfmeaLfenjmn 3.7 7

36 vbLinitioLinvestigationLofLOLadsorptionLonLxabdopedLγaMnOLcathodesLinLsolidLoxideLfuelLcellscL
PhysicaleChemistryeChemicalePhysicsaL2018aLgeaLgmkmjbgmknm 3.6 7

35 {irstbPrinciplesLMechanisticLønsightsLintoLtheL–ydrogenLzvolutionLReactionLonLNigPLzlectrocatalystL
inLvlkalineLMediumcLCatalystsaL2020aLfeaLhel 4 6

34 y{TLZLStudyLofLtheLvdsorptionLandLyissociationLofLWaterLonLxleanaLyefectiveaLandLOxygenbxoveredL
USi{eef}aL{ffe}aLandL{fff}LSurfacescLJournaleofePhysicaleChemistryeCaL2019aLfghaLfnijhbfnikl 3.8 6

33 UncoveringLtheLoriginLofLenhancedLfieldLemissionLpropertiesLofLr}ObMnOLheterostructuresoLaL
synergisticLexperimentalLandLcomputationalLinvestigationccLRSCeAdvancesaL2020aLfeaLgjnmmbgjnnm 3.7 6

32 ønfluenceLofLTopologyLandLwrˆ‚nstedLvcidLSiteLPresenceLonLMethanolLyiffusionLinLZeolitesLwetaLandL
M{øcLCatalystsaL2020aLfeaLfhig 4 6
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31 TernaryLxuSnSoLSynthesisaLStructureaLPhotoelectrochemicalLvctivityaLandL–eterojunctionLwandL
OffsetLandLvlignmentcLChemistryeofeMaterialsaL2021aLhhaLfnmhbfnnh 9.6 6

30 ødentificationLofLPhotoexcitedLzlectronLRelaxationLinLaLxobaltLPhosphideLModifiedLxarbonLNitrideL
PhotocatalystcLChemPhotoChemaL2021aLjaLhhebhhi 3.3 6

29 xOgLandL–gOLxoadsorptionLandLReactionLonLtheLγowbøndexLSurfacesLofLTantalumLNitrideoLvL
{irstbPrinciplesLy{TbyhLønvestigationcLCatalystsaL2020aLfeaLfgfl 4 5

28 StructuralaLOptoelectronicaLandLPhotoelectrochemicalLønvestigationLofLxdSeLNxTsLPreparedLbyL–otL
ønjectionLMethodcLESeMaterialsemeManufacturingaL2020aL 3.7 4

27 xharacteristicsLofLβgxagUSOiVhozuLTγyLnanophosphorLforLitsLapplicationsLinLelectronLandLgammaL
raysLdosimetrycLOpticaleMaterialsaL2020aLfenaLffeglg 3.3 4

26
PolymerbwrappedLreducedLgrapheneLoxidednickelLcobaltLferriteLnanocompositesLasLtertiaryLhybridL
supercapacitorsoLinsightsLfromLexperimentLandLsimulationcLJournaleofeScience:eAdvancedeMaterialse
andeDevicesaL2021aLkaLgnfbhef

4.2 4

25 StructuralaLzlectronicaLandLOpticalLPropertiesLofLγeadb{reeL–alideLyoubleLPerovskiteLRbgvgwiøkoLvL
xombinedLzxperimentalLandLy{TLStudycLESeMaterialsemeManufacturingaL2021aL 3.7 4

24 –ighlyLefficientLfieldLemissionLpropertiesLofLverticallyLalignedLgyLxuSeLnanosheetsoLvnL
experimentalLandLtheoreticalLinvestigationcLJournaleofeAlloyseandeCompoundsaL2021aLmljaLfjnnml 5.7 4

23 zlectronicLStructureLandLSurfaceLPropertiesLofLxopperLThiocyanateoLvLPromisingL–oleLTransportL
MaterialLforLOrganicLPhotovoltaicLxellscLMaterialsaL2020aLfhaL 3.5 3

22 {irstbprinciplesLy{TLinsightsLintoLtheLadsorptionLofLhydrazineLonLbimetallicL˛†fbNiZnLcatalystoL
ømplicationsLforLdirectLhydrazineLfuelLcellscLAppliedeSurfaceeScienceaL2021aLjhkaLfilkim 6.7 3

21 {irstbprinciplesLinsightsLintoLtheLelectronicLstructureaLopticalLandLbandLalignmentLpropertiesLofL
earthbabundantLxuSrSnSLsolarLabsorbercLScientificeReportsaL2021aLffaLiljj 4.9 3

20 znhancedLPerformanceLofLPerovskiteLSolarLxellsLviaLReactiveLPostbtreatmentLProcessLUtilizingL
}uanidineLvcetateLasLønterfaceLModifiercLSolareRrlaL2021aLjaLgfeejil 7.1 3

19 –ighlyLactiveLmethanolLoxidationLelectrocatalystLbasedLonLgyLNiOLporousLnanosheetsoaLcombinedL
computationalLandLexperimentalLstudycLElectrochimicaeActaaL2021aLhniaLfhnfih 6.7 3

18 xuLzlectrodepositionLonLNanostructuredLMoSgLandLWSgLandLømplicationsLforL–zRLvctiveLSiteL
yeterminationcLJournaleofetheeElectrochemicaleSocietyaL2020aLfklaLffkjfl 3.9 2

17 PhotocatalyticLbehaviorLofLwaUSbdTaVgOkLperovskiteLforLreductionLofLorganicLpollutantsoL
zxperimentalLandLy{TLcorrelationcLJournaleofetheeTaiwaneInstituteeofeChemicaleEngineersaL2021aLfggaLgefbgen5.3 2

16 TheoreticalLønsightsLintoLtheL–ydrogenLzvolutionLReactionLonLtheLNihNLzlectrocatalystcLCatalystsaL
2021aLffaLlfk 4 2

15 –ierarchicallyLinterconnectedLZnOLnanowiresLforLlowbtemperatureboperatedLreducingLgasLsensorsoL
experimentalLandLy{TLstudiescLNeweJournaleofeChemistryaL2021aLijaLfieibfifi 3.6 2

14 vctivatingLtheL{eSLUeefVLSurfaceLforLxOgLvdsorptionLandLReductionLthroughLtheL{ormationLofL
SulfurLVacanciesoLvLy{TbyhLStudycLCatalystsaL2021aLffaLfgl 4 2
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13 TerbiumbdopedLandLdualLpassivatedL˛‡bxsPbUøLwrLVLinorganicLperovskiteLsolarLcellsLwithLimprovedL
airbthermalLstabilityLandLhighLefficiencyccLAdvancedeMaterialsaL2022aLeggehgei 24 2

12 {irstbprinciplesLy{TLinsightsLintoLtheLstructuralaLelasticaLandLoptoelectronicLpropertiesLofL˛–LandL
˛†bZnPoLimplicationsLforLphotovoltaicLapplicationscLJournaleofePhysicseCondensedeMatteraL2019aLhfaLgkjjef 1.8 1

11 TheLOriginLofL–ighLvctivityLofLvmorphousLMoSgLinLtheL–ydrogenLzvolutionLReactioncLChemSusChemaL
2019aLfgaLihhkbihhk 8.3 1

10 RotatedLdomainsLinLselectiveLareaLepitaxyLgrownLZnPoLformationLmechanismLandLfunctionalitycL
NanoscaleaL2021aLfhaLfmiifbfmije 7.7 1

9 StructuralLandLopticalLpropertiesLofLionicLliquidbbasedLhybridLperovskitoidoLvLcombinedL
experimentalLandLtheoreticalLinvestigationcLFunctionaleMaterialseLettersaL2021aLfiaLgfjeeem 1.2 1

8
RevealingLtheLelectronicLstructureaLheterojunctionLbandLoffsetLandLalignmentLofLxuZn}eSeoLaL
combinedLexperimentalLandLcomputationalLstudyLtowardsLphotovoltaicLapplicationscLPhysicale
ChemistryeChemicalePhysicsaL2021aLghaLnjjhbnjke

3.6 1

7 SolutionbprocessedLxdbsubstitutedLxZTSLnanocrystalsLforLsensitizedLliquidLjunctionLsolarLcellscL
JournaleofeAlloyseandeCompoundsaL2022aLmneaLfkfjlj 5.7 1

6
ønsightsLfromLdensityLfunctionalLtheoryLcalculationsLintoLtheLeffectsLofLtheLadsorptionLandL
dissociationLofLwaterLonLtheLsurfaceLpropertiesLofLzincLdiphosphideLUZnPVLnanocrystalscLPhysicale
ChemistryeChemicalePhysicsaL2021aLghaLgkimgbgkinh

3.6 0

5 ønteractionLofLvromaticLMoleculesLwithL{orsteriteoLvccuracyLofLtheLPeriodicLy{TbyiLMethodcL
JournaleofePhysicaleChemistryeAaL2021aLfgjaLgllebglmf 2.8 0

4 {irstbPrinciplesLyensityL{unctionalLTheoryLxharacterisationLofLtheLvdsorptionLxomplexesLofL
–hvsOhLonLxobaltL{erriteLU{egxoOiVLSurfacescLMineralseoBaselteSwitzerlandpaL2021aLffaLfnj 2.4 0

3 vnLinterlinkedLcomputationalâ��experimentalLinvestigationLintoLSnSLnanoflakesLforLfieldLemissionL
applicationscLNeweJournaleofeChemistryaL2021aLijaLfflkmbfflln 3.6 0

2 PhotocatalyticLyegradationLofLRhodamineLwLyyeLandL–ydrogenLzvolutionLbyL–ydrothermallyL
SynthesizedLNaw–bSpikedLZnSLNanostructuresccLFrontierseineChemistryaL2022aLfeaLmhjmhg 5 0

1
øndiumbdopedLZnOasLefficientLphotosensitiveLmaterialLforLsunlightLdrivenLhydrogenLgenerationLandL
ySSxLapplicationsoLintegratedLexperimentalLandLcomputationalLapproachcLJournaleofeSolideStatee
ElectrochemistryaL2021aLgjaLgglnbggng

2.6
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