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StateePhysicsXL2012XLiXLacfaYacfe 14

154 ×robingLquasiYoneYdimensionalLbandLstructuresLbyLplasmonLspectroscopyZLPhysicaleRevieweBXL2018XL
igXL 3.3 13

153 verroelectricLphaseLtransitionLinL—i¯bOcjLynsightsLfromLmolecularLdynamicsZLIEEEeTransactionseone
UltrasonicsseFerroelectricsseandeFrequencyeControlXL2012XLeiXLaibeYh 3.2 13

152 satalyticLqctionLofLaLsuTaaaULαurfaceLonLηetraazaperopyreneL×olymerizationZLJournaleofePhysicale
ChemistryeLettersXL2010XLaXLcbffYcbg] 6.4 13

151 shainlikeLquâ��OLαtructuresLonLquTaa]UYTaLˆ�LrULαurfacesLsalculatedLfromLvirstL×rinciplesZLJournaleofe
PhysicaleChemistryeCXL2009XLaacXLefi]Yefii 3.8 13

150 uthanolLadsorbedLonLicejLqLfirstYprinciplesLstudyZLPhysicaleRevieweBXL2007XLgfXL 3.3 13

149 αurfaceLOrderingLofL×YrichLyn×T]]aUjLxydrogenLαtabilizationLvsLulectronLsorrelationZLSurfaceeReviewe
andeLettersXL2003XLa]XLafcYafg 1.1 13

148 αurfaceLvibrationalLRamanLmodesLofLynjαiTaaaUTdˆ�aULandLThˆ�bULnanowiresZLPhysicaleRevieweBXL2016XL
idXL 3.3 13

147 XYrayLαpectroscopyLofLηhinLvilmLvreeYraseLsorrolesjLqLsombinedLηheoreticalLandLuxperimentalL
sharacterizationZLJournaleofePhysicaleChemistryeCXL2017XLabaXLbaibYbb]] 3.8 12

146  odelingL—i¯bOcLαurfacesLatLqmbientLsonditionsZLJournaleofePhysicaleChemistryeCXL2014XLaahXLa]bacYa]bb]3.8 12

145 sopperTaa]ULsurfaceLinLthermodynamicLequilibriumLwithLwaterLvaporLstudiedLfromLfirstLprinciplesZL
SurfaceeScienceXL2013XLfabXLhbYhi 1.8 12

(2013-2018)

9



144 αtructuralLvarietyLofLeYfluoroareneYbYaminopyrimidineLinLcomparisonLtoLbYaminopyrimidineLsilverTyUL
coordinationLpolymersjLprogressLreportLandLoverviewZLCrystEngCommXL2013XLaeXLdbbe 3.3 12

143 RoleLofLtihydrogenLrondsLforLtheLαtabilizationLofLαelfYqssembledL olecularL¯anostructuresZL
JournaleofePhysicaleChemistryeCXL2009XLaacXLabfecYabfeg 3.8 12

142 qbLinitioLinvestigationLofLtheL—i¯bOcLT]]]aULsurfaceZLPhysicaeStatuseSolidieC:eCurrenteTopicseineSolide
StateePhysicsXL2010XLgXLadeYadh 12

141 unergeticsLandLαtructureLofLOrderedLαbLOverlayersLandLαbLslustersLonLwaqsTaa]UL×robedLbyLabL
initioLsalculationsZLEurophysicseLettersXL1994XLbeXLcegYcfb 1.6 12

140 αiTggeUYquLatomicLchainsjLweometryXLopticalLpropertiesXLandLspinLorderZLPhysicaleRevieweMaterialsXL
2017XLaXL 3.2 12

139 sontrolledLgrowthLofLorderedLmonolayersLofL¯YheterocyclicLcarbenesLonLsiliconZLNatureeChemistryXL
2021XLacXLhbhYhce 17.6 12

138 tensityLfunctionalLtheoryLofLtheLsuqLYlikeLsubLαbLdiamondLcoreLinLsuLbyyT¯wuaαUbLslbZLJournaleofe
ComputationaleChemistryXL2016XLcgXLa]]eYah 3.5 12

137 ×olytypismLdrivenLzeroYfieldLsplittingLofLsiliconLvacanciesLinLfxYαisZLPhysicaleRevieweBXL2018XLihXL 3.3 12

136
uxcitedYstateLbandLmappingLandLmomentumYresolvedLultrafastLpopulationLdynamicsLinLyn[αiTaaaUL
nanowiresLinvestigatedLwithLXμπYbasedLtimeYLandLangleYresolvedLphotoemissionLspectroscopyZL
PhysicaleRevieweBXL2019XLiiXL

3.3 11

135 sonsistentLqtomicLweometriesLandLulectronicLαtructureLofLviveL×hasesLofL×otassiumL¯iobateLfromL
tensityYvunctionalLηheoryZLAdvanceseineMaterialseScienceeandeEngineeringXL2017XLb]agXLaYac 1.5 11

134 αtructuralLdynamicsLuponLphotoexcitationYinducedLchargeLtransferLinLaLdicopperTiUYdisulfideL
complexZLPhysicaleChemistryeChemicalePhysicsXL2018XLb]XLfbgdYfbhf 3.6 11

133 shemicalLreactivityLonLsurfacesjL odelingLtheLimideLsynthesisLfromLtqη×LandL×ηstqLonLquTaaaUZL
PhysicaleRevieweBXL2010XLhaXL 3.3 11

132 αtructureXLenergeticsXLandLvibrationalLspectraLofLperyleneLadsorbedLonLαiT]]aUjLvirstYprinciplesL
calculationsLcomparedLwithLαη LandLxRuu—αZLPhysicaleRevieweBXL2006XLgdXL 3.3 11

131 sleanLandLpyrroleYfunctionalizedLαiYLandLsYterminatedLαisLsurfacesjLvirstYprinciplesLcalculationsLofL
geometryLandLenergeticsLcomparedLwithL—uutLandLX×αZLPhysicaleRevieweBXL2006XLgdXL 3.3 11

130 ynitialLstageLofLαiT]]aULsurfaceLoxidationLfromLfirstYprinciplesLcalculationsZLJournaleofePhysicale
ChemistryeBXL2005XLa]iXLagfdiYec 3.4 11

129 OxidationYLandLorganicYmoleculeYinducedLchangesLofLtheLαiLsurfaceLopticalLanisotropyjabL
initiopredictionsZLJournaleofePhysicseCondensedeMatterXL2004XLafXLαdcbcYαdccd 1.8 11

128 −uasiYparticleLbandLstructureLofLsTaaaUbLˆ�LaLandLsTa]]UbLˆ�LaLsurfacesZLSurfaceeScienceXL1995XL
ccaYcccXLaaebYaaef 1.8 11

127 WaterLαplittingLReactionLatL×olarL—ithiumL¯iobateLαurfacesZLACSeOmegaXL2019XLdXLche]Ychei 3.9 11

W Gero Schmidt
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126 αpinLpairingLversusLspinLchainsLatLαiTeecUYquLsurfacesZLPhysicaleRevieweBXL2018XLihXL 3.3 11

125 —iquidLsrystalLThsrUL olecularLqdsorptionLonL—ithiumL¯iobateLZYsutLαurfacesZLJournaleofePhysicale
ChemistryeCXL2015XLaaiXLicdbYicdf 3.8 10

124 qtomicLsizeLeffectsLstudiedLbyLtransportLinLsingleLsilicideLnanowiresZLPhysicaleRevieweBXL2016XLicXL 3.3 10

123 ynfluenceLofLstructuralLdefectsLandLoxidationLontoLholeLconductivityLinL×cxηZLJournaleofePhysicale
ChemistryeBXL2015XLaaiXLfdhaYia 3.4 10

122 bYqminopyrimidineYsilverTyULbasedLorganicLsemiconductorsjLulectronicLstructureLandLopticalL
responseZLPhysicaleRevieweBXL2012XLheXL 3.3 10

121 wroupYπyyLpointLdefectsLinLZnαeZLPhysicaleRevieweBXL2011XLhdXL 3.3 10

120 πμπYellipsometryLonLwa¯jL×robingLconductionLbandLpropertiesLbyLcoreLlevelLexcitationsZLPhysicae
StatuseSolidieoBp:eBasiceResearchXL2005XLbdbXLbf]aYbf]i 1.3 10

119 xydrogenLinteractionLwithLαbYterminatedLwaqsLandLyn×LTaa]ULsurfacesZLPhysicaleRevieweBXL1995XLebXLagcgiYagche3.3 10

118 qdatomsLandLvacanciesLonLtheLdiamondTaaaULsurfaceZLEurophysicseLettersXL1996XLceXLeheYei] 1.6 10

117 OpticalLresponseLofLtheLsubLαbLdiamondLcoreLinLsubyyT¯wuaαUbLslbZLJournaleofeComputationale
ChemistryXL2016XLcgXLbahaYib 3.5 10

116 ηemperatureYtependentLxoleL obilityLandLytsL—imitLinLsrystalY×haseL×cxηLsalculatedLfromLvirstL
×rinciplesZLJournaleofePhysicaleChemistryeBXL2016XLab]XLeegbYh] 3.4 9

115 ympurityY ediatedLuarlyLsondensationLofLaLshargeLtensityLWaveLinLanLqtomicLWireLqrrayZLACSe
NanoXL2016XLa]XLha]Yd 16.7 9

114 ufficientL×qWYbasedLbondLstrengthLanalysisLforLunderstandingLtheLyn[αiTaaaUThLˆ�LbULYLTdLˆ�LaULphaseL
transitionZLJournaleofeComputationaleChemistryXL2017XLchXLbbgfYbbhb 3.5 9

113 rarrierYfreeLsubsurfaceLincorporationLofLcdLmetalLatomsLintoLriTaaaULfilmsZLPhysicaleRevieweBXL2015XL
iaXL 3.3 9

112 αtructureLformationLinLdiindenoperyleneLthinLfilmsLonLcopperTaaaUZLPhysicaleChemistryeChemicale
PhysicsXL2015XLagXLhggfYhc 3.6 9

111 —inearLandLnonlinearLopticalLresponseLofL—i¯bOcLcalculatedLfromLfirstLprinciplesZLIEEEeTransactionse
oneUltrasonicsseFerroelectricsseandeFrequencyeControlXL2012XLeiXLaibiYcc 3.2 9

110 wlutamicLacidLadsorbedLonLqgTaa]UjLdirectLandLindirectLmolecularLinteractionsZLJournaleofePhysicse
CondensedeMatterXL2009XLbaXLahe]]a 1.8 9

109 OpticalLanisotropyLofLtheLyn[αiTaaaUTdˆ�aU[Thˆ�bULnanowireLarrayZLSurfaceeScienceXL2009XLf]cXLbdgYbe] 1.8 9

(2009-2018)
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108 qsLonLyn×Taa]ULstudiedLwithinLdensityYfunctionalLtheoryZLPhysicaleRevieweBXL1997XLefXLfgaiYfgbf 3.3 9

107 ×lasmonLspectroscopyjLRobustLmetallicityLofLquLwiresLonLαiTeegULuponLoxidationZLPhysicaleReviewe
MaterialsXL2018XLbXL 3.2 9

106 μnravelingLtheLOxidationLandLαpinLαtateLofL nYsorroleLthroughLXYrayLαpectroscopyLandL−uantumL
shemicalLqnalysisZLJournaleofePhysicaleChemistryeLettersXL2018XLiXLfdabYfdb] 6.4 9

105 WaterLadsorbateLinfluenceLonLtheLsuTaa]ULsurfaceLopticalLresponseZLSurfaceeScienceXL2015XLfdaXLbcaYbcf 1.8 8

104 ¯anopatterningLonLxYηerminatedLαiTaaaULuxplainedLasLtynamicLuquilibriumLofLtheLshemicalL
ReactionLwithL ethanolZLJournaleofePhysicaleChemistryeCXL2015XLaaiXLafidgYafiec 3.8 8

103
ηowardLufficientLηoxicYwasLtetectorsjLuxploringL olecularLynteractionsLofLαarinLandLtimethylL
 ethylphosphonateLwithL etalYsenteredL×hthalocyanineLαtructuresZLJournaleofePhysicaleChemistrye
CXL2020XLabdXLf]i]Yfa]b

3.8 8

102 πibrationalLpropertiesLofLtheLquYTcˆ�cU[αiTaaaULsurfaceLreconstructionZLPhysicaleRevieweBXL2018XLigXL 3.3 8

101 ynhomogeneousLandLxomogeneousL—ineLrroadeningLofLOpticalLαpectraLofL×ηstqL oleculesL
qdsorbedLatLαtepLudgesLofLqlkaliLxalideLαurfacesZLJournaleofePhysicaleChemistryeCXL2016XLab]XLaaibfYaaicg3.8 8

100  anipulationLresolvesLnonYtrivialLstructureLofLcorroleLmonolayerLonLqgTaaaUZLNanotechnologyXL2016XL
bgXL]beg]d 3.4 8

99 ynterwireLcouplingLforLynTdˆ�aU[αiTaaaULprobedLbyLsurfaceLtransportZLPhysicaleRevieweBXL2015XLibXL 3.3 8

98  echanismLforLnuclearLandLelectronLspinLexcitationLbyLradioLfrequencyLcurrentZLPhysicaleRevieweBXL
2015XLibXL 3.3 8

97 vriggeLetLalZLreplyZLPhysicaleRevieweLettersXL2013XLaaaXLadif]b 7.4 8

96 —ocalisedL×hononL odesLatL—i¯bOcLT]]]aULαurfacesZLFerroelectricsXL2011XLdaiXLaYh 0.6 8

95 ηheoreticalLqspectsLofLtheLOpticalLResponseLofLαemiconductorLαurfacesZLPhysicaeStatuseSolidieAXL
1999XLageXLeYaf 8

94 αe[waqsTaa]UjLqtomicLandLelectronicLstructureZLPhysicaleRevieweBXL1994XLe]XLagbh]Yagbia 3.3 8

93 αtrainYinducedLquasiYoneYdimensionalLrareYearthLsilicideLstructuresLonLαiTaaaUZLPhysicaleRevieweBXL
2016XLidXL 3.3 8

92 ydentifyingLOnYαurfaceLαiteYαelectiveLshemicalLsonversionsLbyLηheoryYqidedL¯uXqvαLαpectroscopyjL
ηheLsaseLofLvreeYraseLsorrolesLonLqgTaaaUZLChemistryeteAeEuropeaneJournalXL2018XLbdXLfghgYfgig 4.8 7

91 ηheLatomicLstructureLofLternaryLamorphousLηixαiaYxObLhybridLoxidesZLJournaleofePhysicseCondensede
MatterXL2014XLbfXLbecb]a 1.8 7

W Gero Schmidt
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90 πibrationalLvingerprintsLofL—i¯bOcY—iηaOcL ixedLsrystalsZLFerroelectricsXL2013XLddgXLfcYfh 0.6 7

89 μnravelingLtheL—i¯bOcLXYcutLsurfaceLbyLatomicLforceLmicroscopyLandLdensityLfunctionalLtheoryZL
PhysicaleRevieweBXL2014XLhiXL 3.3 7

88 πibrationalLpropertiesLofLtheL—i¯bOcLzYsurfacesZLIEEEeTransactionseoneUltrasonicsseFerroelectricsseande
FrequencyeControlXL2011XLehXLageaYf 3.2 7

87 qdsorptionLstructureLofLcyclopenteneLonLyn×T]]aUTbˆ�dUZLPhysicaleRevieweBXL2009XLh]XL 3.3 7

86 wa¯[—i¯bOcLT]L]L]LaULinterfaceLformationLcalculatedLfromLfirstYprinciplesZLAppliedeSurfaceeScienceXL
2010XLbefXLegd]Yegdc 6.7 7

85 ynfluenceLofLtheLαideLwroupLqromaticityLonLtheLOrganicL oleculeLqdsorptionLonLsuTaa]UZLJournaleofe
PhysicaleChemistryeCXL2008XLaabXLaadi]Yaadid 3.8 7

84 ηheoreticalLstudyLofLtheLlocalizationLofLexcessLelectronsLatLtheLsurfaceLofLiceZLJournaleofePhysicse
CondensedeMatterXL2008XLb]XLbbe]]c 1.8 7

83 αe[waqsTaa]UjLenergeticsLandLstructureZLSurfaceeScienceXL1995XLccaYcccXLeegYefc 1.8 7

82 ×olaronLopticalLabsorptionLinLcongruentLlithiumLniobateLfromLtimeYdependentLdensityYfunctionalL
theoryZLPhysicaleRevieweMaterialsXL2017XLaXL 3.2 7

81 −uasiparticleLandLexcitonicLeffectsLinLtheLopticalLresponseLofL–¯bOcZLPhysicaleRevieweMaterialsXL
2019XLcXL 3.2 7

80 ×hotocatalyticLpropertiesLofLgrapheneYsupportedLtitaniaLclustersLfromLdensityYfunctionalLtheoryZL
JournaleofeComputationaleChemistryXL2020XLdaXLaibaYaic] 3.5 6

79 πibrationYtrivenLαelfYtopingLofLtanglingYrondLWiresLonLαiTeecUYquLαurfacesZLPhysicaleReviewe
LettersXL2020XLabdXLadfh]b 7.4 6

78 —i¯baYxηaxOcLulectronicLαtructureLandLOpticalLResponseLfromLvirstY×rinciplesLsalculationsZL
FerroelectricsXL2013XLddgXLghYhe 0.6 6

77 OxygenLadsorbatesLonLtheLαiTaaaUdˆ�aYynLmetallicLatomicLwirejLαcanningLtunnelingLmicroscopyLandL
densityYfunctionalLtheoryLcalculationsZLPhysicaleRevieweBXL2014XLi]XL 3.3 6

76 tefectsLinLcarbonLimplantedLsiliconLcalculatedLbyLclassicalLpotentialsLandLfirstYprinciplesLmethodsZL
PhysicaleRevieweBXL2010XLhbXL 3.3 6

75 shemisorptionLofLaluminiumLonLwaqsTaa]UZLJournaleofePhysicseCondensedeMatterXL1993XLeXLi]beYi]cf 1.8 6

74 OpticalLpropertiesLofLtitaniumYdopedLlithiumLniobateLfromLtimeYdependentLdensityYfunctionalL
theoryZLPhysicaleRevieweMaterialsXL2017XLaXL 3.2 6

73 qLpanelLofLperalkylatedLsulfurâ��guanidineLtypeLbasesjL¯ovelLproYligandsLforLuseLinLbiomimeticL
coordinationLchemistryZLInorganicaeChimicaeActaXL2015XLdc]XLbbeYbch 2.7 5

(2015-2013)
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72 ηemperatureLstabilizesLroughLqu[weT]]aULsurfaceLreconstructionsZLSurfaceeScienceXL2018XLffgXLa]aYa]d 1.8 5

71 αurfaceLinducedLvibrationalLmodesLinLtheLfluorescenceLspectraLofL×ηstqLadsorbedLonLtheL–slTa]]UL
andL¯aslTa]]ULsurfacesZLPhysicaleChemistryeChemicalePhysicsXL2016XLahXLcbhiaYcbi]b 3.6 5

70  anganeseYhydrogenLcomplexesLinLwaaâ��x nx¯ZLPhysicaleRevieweBXL2009XLh]XL 3.3 5

69  agneticLcharacterizationLofLconductanceLelectronsLinLwa¯ZLPhysicaeStatuseSolidieoBp:eBasiceResearchXL
2010XLbdgXLagbhYagca 1.3 5

68 qdsorptionLofLwaterLonLchlorineYterminatedLαiTaaaULfromLfirstLprinciplesjLαubstrateYinducedL
orderingLversusLintermolecularLinteractionsZLPhysicaleRevieweBXL2006XLgcXL 3.3 5

67 tynamicsLofLtheLphononYinducedLelectronLtransferLbetweenLsemiconductorLbulkLandLsurfaceL
statesZLPhysicaeStatuseSolidieoBp:eBasiceResearchXL2004XLbdaXLRf]YRfb 1.3 5

66 uxchangeLreactionsLversusLadsorptionLgeometriesLforLαe[waqsTaa]UZLPhysicaleRevieweBXL1994XLe]XLagfeaYagfed3.3 5

65 soverageYdependentLbondingLofLαbLonLwaqsLTaa]UZLSurfaceeScienceXL1994XLc]gYc]iXLbceYbd] 1.8 5

64 qrLinitioLcalculationLofLtheLatomicLandLelectronicLstructureLforLαbLadsorbedLonLwaqsTaa]UZLEuropeane
PhysicaleJournaleDXL1993XLdcXLa]]cYa]]g 5

63 vreeLandLdefectYboundLTbiUpolaronsLinL—i¯bOcjLqtomicLstructureLandLspectroscopicLsignaturesLfromL
abLinitioLcalculationsZLPhysicaleRevieweResearchXL2020XLbXL 3.9 5

62 ZnYπyLquasiparticleLgapsLandLopticalLspectraLfromLmanyYbodyLcalculationsZLJournaleofePhysicse
CondensedeMatterXL2017XLbiXLbaeg]b 1.8 4

61 ulectronLparamagneticLresonanceLcalculationsLforLhydrogenatedLαiLsurfacesZLPhysicaleRevieweBXL
2017XLieXL 3.3 4

60 αolvingLtheLretheYαalpeterLequationLforLtheLsecondYharmonicLgenerationLinLZnLchalcogenidesZL
PhysicaleRevieweBXL2017XLifXL 3.3 4

59 ηheLanisotropicLelectronLYLpositronLmomentumLdistributionLinLdiamondZLJournaleofePhysicse
CondensedeMatterXL1997XLiXLfcbcYfccc 1.8 4

58 qbLinitioLcalculationLofLlinearLandLnonlinearLopticalLpropertiesLofLsemiconductorLstructuresZL
BrazilianeJournaleofePhysicsXL1999XLbiXLfdc 1.2 4

57 ηetraceneLμltrathinLvilmLwrowthLonLxydrogenY×assivatedLαiliconZLLangmuirXL2020XLcfXLi]iiYiaac 4 4

56 ympactLofLfiniteYtemperatureLandLcondensedYphaseLeffectsLonLtheoreticalLXYrayLabsorptionLspectraL
ofLtransitionLmetalLcomplexesZLJournaleofeComputationaleChemistryXL2018XLd]XLgab 3.5 4

55 αpinL×olarizationXLulectronY×hononLsouplingXLandLZeroY×hononL—ineLofLtheL¯πLsenterLinLcYαisZLNanoe
LettersXL2021XLbaXLhaaiYhabe 11.5 4

W Gero Schmidt
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54 ulectronicLstructureLofLtheLαiTaaaUcˆ�cRc]oâ��rLsurfaceLfromLtheoryLandLphotoemissionLspectroscopyZL
PhysicaleRevieweBXL2021XLa]cXL 3.3 4

53 qLphotoredoxLcatalysedLxeckLreactionLholeLtransferLfromLaLRuTiiUYbisTterpyridineULcomplexLtoL
grapheneLoxideZZLRSCeAdvancesXL2020XLa]XLdbic]Ydbicg 3.7 3

52 vineLαtructureLofLηripletLsentersLinLRoomLηemperatureLyrradiatedLfxYαisZLMaterialseScienceeForumXL
2010XLfdeYfdhXLd]cYd]f 0.4 3

51 αpinYsouplingLinLxeavilyL¯itrogenYtopedLdxYαisZLMaterialseScienceeForumXL2009XLfaeYfagXLcdcYcdf 0.4 3

50 wa¯LgrowthLonL—i¯bOcLT]]]aULâ��LaLfirstYprinciplesLsimulationZLPhysicaeStatuseSolidieC:eCurrenteTopicseine
SolideStateePhysicsXL2010XLgXLbbgbYbbgd 3

49 uxperimentalLandLtheoreticalLevidenceLforLaLhydrogenLstabilizedLcTbˆ�bULreconstructionLofLtheL×YrichL
yn×T]]aULsurfaceZLPhysicaleRevieweBXL2006XLgdXL 3.3 3

48 αeYinducedLcdLcoreYlevelLshiftsLofLwaqsTaa]UZLAppliedeSurfaceeScienceXL1996XLa]dYa]eXLadaYadf 6.7 3

47 αpinLdecontaminationLforLmagneticLdipolarLcouplingLcalculationsjLqpplicationLtoLhighYspinL
moleculesLandLsolidYstateLspinLqubitsZLPhysicaleRevieweResearchXL2020XLbXL 3.9 3

46 ulectricLvieldLynducedLRamanLαcatteringLatLtheLαbâ��yn×Taa]ULynterfacejLηheLαurfaceLtipoleL
sontributionZLPhysicaeStatuseSolidieoBp:eBasiceResearchXL2019XLbefXLah]]cad 1.3 3

45 yn×LandLqlyn×T]]aUTbLˆ�LdULαurfaceLOxidationLfromLtensityLvunctionalLηheoryZLACSeOmegaXL2021XLfXLfbigYfc]d3.9 3

44 ×hotochemicalLRingLOpeningLofLOxiraneL odeledLbyLsonstrainedLtensityLvunctionalLηheoryZLACSe
OmegaXL2020XLeXLbd]egYbd]fc 3.9 2

43 OxygenLandLpotassiumLvacanciesLinL–η×LcalculatedLfromLfirstLprinciplesZLJournaleofePhysicse
CondensedeMatterXL2019XLcaXLched]a 1.8 2

42 ×otassiumLtitanylLphosphateLT–η×ULquasiparticleLenergiesLandLopticalLresponseZLJPhyseMaterialsXL
2019XLbXL]de]]c 4.2 2

41 virstYprinciplesLstudyLofLwaterLadsorptionLandLaLhighYdensityLinterfacialLiceLstructureLonL
Taˆ�aUYO[RhTaaaUZLPhysicaleRevieweBXL2010XLhbXL 3.3 2

40 qtomicLstructureLandLenergeticsLofLtheLcYwa¯T]]aULsurfaceZLPhysicaleRevieweBXL2008XLghXL 3.3 2

39 ulectronL×olaronsLinL—ithiumL¯iobatejLshargeL—ocalizationXL—atticeLteformationXLandLOpticalL
ResponseZLCrystalsXL2021XLaaXLedb 2.3 2

38 randLqlignmentLatLwaLxLynaâ��xL×[qlLyLynaâ��yL×LqlloyLynterfacesLfromLxybridLtensityLvunctionalLηheoryL
salculationsZLPhysicaeStatuseSolidieoBp:eBasiceResearchXL2021XLbehXLb]]]dfc 1.3 2

37 qdatomLmediatedLadsorptionLofL¯YheterocyclicLcarbenesLonLsuTaaaULandLquTaaaUZZLJournaleofe
ComputationaleChemistryXL2021XL 3.5 2

(2021-2021)

15



36 [suLT¯wuaαUL]LandLitsLoxidizedLandLreducedLderivativesjLsonfiningLelectronsLonLaLtorusZLJournaleofe
ComputationaleChemistryXL2017XLchXLagebYagfa 3.5 1

35
ulectronLparamagneticLresonanceLstudyLofLferroelectricLphaseLtransitionLandLdynamicLeffectsLinLaL
 nLdopedL[¯x][ZnTxsOOU]LhybridLformateLframeworkZLPhysicaleChemistryeChemicalePhysicsXL2020XL
bbXLheacYheba

3.6 1

34 —ithiumLniobateYtantalateLmixedLcrystalsLelectronicLandLopticalLpropertiesLcalculatedLfromLfirstL
principlesL2012XL 1

33 ×hotovoltaicLapplicationsLofLmicroYLandLnanoYcrystallineLsiliconLcarbideZLMaterialseResearcheSocietye
SymposiaeProceedingsXL2011XLacbbXLea 1

32 ηheoreticalLinvestigationLofLurYOLcoYdopingLinLhexagonalLwa¯ZLMaterialseResearcheSocietyeSymposiae
ProceedingsXL2011XLacdbXLgc 1

31 ×yrroleLTsdxd¯xULandL×olypyrroleLvunctionalizedLαiliconLαurfacesLsalculatedLfromLvirstL×rinciplesZL
SurfaceeRevieweandeLettersXL2003XLa]XLbbaYbbf 1.1 1

30 ReconstructionsLofLtheLqsYηerminatedLwaqsT]]aULαurfaceLuxposedLtoLqtomicLxydrogenZZLACSe
OmegaXL2022XLgXLe]fdYe]fh 3.9 1

29 wayn×[qlyn×T]]aULynterfacesLfromLtensityLvunctionalLηheoryZLPhysicaeStatuseSolidieoBp:eBasiceResearchXba]]dfb1.3 1

28 wasY×haseLupitaxyLwrownLyn×T]]aULαurfacesLvromLRealYαpaceLviniteYtifferenceLsalculationsL2003XLaeeYaff 1

27 πibrationalLRamanLspectroscopyLonLadsorbateYinducedLlowYdimensionalLsurfaceLstructuresZLSurfacee
ScienceeReportsXL2020XLgeXLa]]dh] 12.9 0

26 αubcycleLWannierYαtarkL—ocalizationLbyL idYynfraredLriasLinLwalliumLqrsenideZLEPJeWebeofe
ConferencesXL2019XLb]eXL]e]]a 0.3

25 qccurateLandLufficientLαpinYαpinLZeroYvieldLαplittingLsalculationsLforLuxtendedL×eriodicLαystemsL
2019XLacaYad]

24 ×hotoYuxcitedLαurfaceLtynamicsLfromL assivelyL×arallelLsonstrainedYtvηLsalculationsL2018XLaegYafh
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