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n Paper IF Citations

121 −esolutionVofVidentityGapproachGtoGwartreeâ��uockUGhybridGdensityGfunctionalsUG−¯pUG}¯_GandvWwithG
numericGatomVcenteredGorbitalGbasisGfunctionsWGNewnJournalnofnPhysicsUG2012UG^bUGZcaZ_Z 2.9 411

120 −andomVphaseGapproximationGandGitsGapplicationsGinGcomputationalGchemistryGandGmaterialsG
scienceWGJournalnofnMaterialsnScienceUG2012UGbeUGebbeVebe^ 4.3 389

119 xndirectGpugerGrecombinationGasGaGcauseGofGefficiencyGdroopGinGnitrideGlightVemittingGdiodesWGAppliedn
PhysicsnLettersUG2011UGgfUG^d^^Ze 3.4 388

118 ronsistentGsetGofGbandGparametersGforGtheGgroupVxxxGnitridesGpl’UGva’UGandGxn’WGPhysicalnReviewnBUG
2008UGeeUG 3.3 306

117 pugerGrecombinationGratesGinGnitridesGfromGfirstGprinciplesWGAppliednPhysicsnLettersUG2009UGgbUG^g^^Zg 3.4 297

116 rombiningvWcalculationsGwithGexactVexchangeGdensityVfunctionalGtheoryhGanGanalysisGofG
valenceVbandGphotoemissionGforGcompoundGsemiconductorsWGNewnJournalnofnPhysicsUG2005UGeUG^_dV^_d 2.9 250

115 vW^ZZhGqenchmarkingGvZWZGforG}olecularGSystemsWGJournalnofnChemicalnTheorynandnComputationUG
2015UG^^UGcddcVfe 6.4 207

114 sefectGformationGenergiesGwithoutGtheGbandVgapGproblemhGcombiningGdensityVfunctionalGtheoryGandG
theGvWGapproachGforGtheGsiliconGselfVinterstitialWGPhysicalnReviewnLettersUG2009UG^Z_UGZ_dbZ_ 7.4 196

113 uirstVprinciplesGmodelingGofGlocalizedGdGstatesGwithGtheGvWo{spTαGapproachWGPhysicalnReviewnBUG
2010UGf_UG 3.3 188

112 sScribehG{ibraryGofGdescriptorsGforGmachineGlearningGinGmaterialsGscienceWGComputernPhysicsn
CommunicationsUG2020UG_beUG^Zdgbg 4.2 178

111 qeyondGtheGrandomVphaseGapproximationGforGtheGelectronGcorrelationGenergyhGtheGimportanceGofG
singleGexcitationsWGPhysicalnReviewnLettersUG2011UG^ZdUG^caZZa 7.4 171

110 sataVsrivenG}aterialsGSciencehGStatusUGrhallengesUGandG¯erspectivesWGAdvancednScienceUG2019UGdUG^gZZfZf13.6 162

109 tlectronicGbandGstructureGofGzirconiaGandGhafniaGpolymorphsGfromGtheGvWGperspectiveWGPhysicaln
ReviewnBUG2010UGf^UG 3.3 157

108 {ocalizedGandGitinerantGstatesGinGlanthanideGoxidesGunitedGbyGvWGoG{spTαWGPhysicalnReviewnLettersUG
2009UG^Z_UG^_dbZa 7.4 142

107 ΓheGrompendiumhGpG¯racticalGvuideGtoGΓheoreticalG¯hotoemissionGSpectroscopyWGFrontiersninn
ChemistryUG2019UGeUGaee 5 139

106 txploringGtheGrandomGphaseGapproximationhGppplicationGtoGr–GadsorbedGonGruQ^^^RWGPhysicaln
ReviewnBUG2009UGfZUG 3.3 136

105 qenchmarkGofGvWGmethodsGforGazabenzenesWGPhysicalnReviewnBUG2012UGfdUG 3.3 132
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104 StrainGeffectsGinGgroupVxxxGnitrideshGseformationGpotentialsGforGpl’UGva’UGandGxn’WGAppliednPhysicsn
LettersUG2009UGgcUG^_^^^^ 3.4 132

103 uirstVprinciplesGopticalGspectraGforGuGcentersGinG}g–WGPhysicalnReviewnLettersUG2012UG^ZfUG^_dbZb 7.4 131

102 SelfVconsistentGvWhGpllVelectronGimplementationGwithGlocalizedGbasisGfunctionsWGPhysicalnReviewnBUG
2013UGffUG 3.3 120

101 pccurateGxonizationG¯otentialsGandGtlectronGpffinitiesGofGpcceptorG}oleculesGxxxhGpGqenchmarkGofGvWG
}ethodsWGJournalnofnChemicalnTheorynandnComputationUG2016UG^_UGd^cV_d 6.4 119

100 pssessmentGofGcorrelationGenergiesGbasedGonGtheGrandomVphaseGapproximationWGNewnJournalnofn
PhysicsUG2012UG^bUGZbaZZ_ 2.9 111

99 seepG{earningGSpectroscopyhG’euralG’etworksGforG}olecularGtxcitationGSpectraWGAdvancednScienceUG
2019UGdUG^fZ^ade 13.6 100

98 wybridGdensityGfunctionalGtheoryGmeetsGquasiparticleGcalculationshGpGconsistentGelectronicGstructureG
approachWGPhysicalnReviewnBUG2013UGffUG 3.3 99

97 ureeVcarrierGabsorptionGinGnitridesGfromGfirstGprinciplesWGPhysicalnReviewnBUG2010UGf^UG 3.3 97

96 rontrollingGtheGworkGfunctionGofGZn–GandGtheGenergyVlevelGalignmentGatGtheGinterfaceGtoGorganicG
semiconductorsGwithGaGmolecularGelectronGacceptorWGPhysicalnReviewnBUG2013UGfeUG 3.3 96

95 }achineGlearningGhydrogenGadsorptionGonGnanoclustersGthroughGstructuralGdescriptorsWGNpjn
ComputationalnMaterialsUG2018UGbUG 10.9 93

94 ’ewGperspectiveGonGformationGenergiesGandGenergyGlevelsGofGpointGdefectsGinGnonmetalsWGPhysicaln
ReviewnLettersUG2012UG^ZfUGZddbZb 7.4 93

93 wybridGfunctionalsGforGlargeGperiodicGsystemsGinGanGallVelectronUGnumericGatomVcenteredGbasisG
frameworkWGComputernPhysicsnCommunicationsUG2015UG^g_UGdZVdg 4.2 89

92 −enormalizedGsecondVorderGperturbationGtheoryGforGtheGelectronGcorrelationGenergyhGronceptUG
implementationUGandGbenchmarksWGPhysicalnReviewnBUG2013UGffUG 3.3 88

91 tlectronicGpropertiesGofGlanthanideGoxidesGfromGtheGvWGperspectiveWGPhysicalnReviewnBUG2012UGfdUG 3.3 86

90 txcitingGprospectsGforGsolidshGtxactVexchangeGbasedGfunctionalsGmeetGquasiparticleGenergyG
calculationsWGPhysicanStatusnSolidinwBx:nBasicnResearchUG2008UG_bcUGg_gVgbc 1.3 82

89 txactVexchangeVbasedGquasiparticleGenergyGcalculationsGforGtheGbandGgapUGeffectiveGmassesUGandG
deformationGpotentialsGofGSc’WGPhysicalnReviewnBUG2006UGebUG 3.3 78

88 tffectsGofGstrainGonGtheGbandGstructureGofGgroupVxxxGnitridesWGPhysicalnReviewnBUG2014UGgZUG 3.3 73

87 qondGbreakingGandGbondGformationhGhowGelectronGcorrelationGisGcapturedGinGmanyVbodyG
perturbationGtheoryGandGdensityVfunctionalGtheoryWGPhysicalnReviewnLettersUG2013UG^^ZUG^bdbZa 7.4 69
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86 pccurateGlocalizedGresolutionGofGidentityGapproachGforGlinearVscalingGhybridGdensityGfunctionalsGandG
forGmanyVbodyGperturbationGtheoryWGNewnJournalnofnPhysicsUG2015UG^eUGZgaZ_Z 2.9 65

85 ’umericGatomVcenteredVorbitalGbasisGsetsGwithGvalenceVcorrelationGconsistencyGfromGwGtoGprWGNewn
JournalnofnPhysicsUG2013UG^cUG^_aZaa 2.9 65

84 qenchmarkGofGvWGppproachesGforGtheGvW^ZZGΓestGSetWGJournalnofnChemicalnTheorynandnComputation
UG2016UG^_UGcZedVcZfe 6.4 63

83
pccurateGxonizationG¯otentialsGandGtlectronGpffinitiesGofGpcceptorG}oleculesGxxhG’onVtmpiricallyG
ΓunedG{ongV−angeGrorrectedGwybridGuunctionalsWGJournalnofnChemicalnTheorynandnComputationUG
2016UG^_UGdZcV^b

6.4 62

82 {argeGworkGfunctionGreductionGbyGadsorptionGofGaGmoleculeGwithGaGnegativeGelectronGaffinityhG
pyridineGonGZn–Q^Z^ZRWGJournalnofnChemicalnPhysicsUG2013UG^agUG^ebeZ^ 3.9 62

81 rontrollingGpolarizationGatGinsulatingGsurfaceshGquasiparticleGcalculationsGforGmoleculesGadsorbedGonG
insulatorGfilmsWGPhysicalnReviewnLettersUG2009UG^ZaUGZcdfZa 7.4 62

80 SpaceVchargeGtransferGinGhybridGinorganicVorganicGsystemsWGPhysicalnReviewnLettersUG2013UG^^^UG__dfZ_ 7.4 59

79 rommentGonGIbandVgapGproblemGinGsemiconductorsGrevisitedhGeffectsGofGcoreGStatesGandGmanyVbodyG
selfVconsistencyIWGPhysicalnReviewnLettersUG2004UGgaUG_bgeZ^iGauthorGreplyG_bgeZ_ 7.4 59

78 uirstVprinciplesGcalculationsGofGindirectGpugerGrecombinationGinGnitrideGsemiconductorsWGPhysicaln
ReviewnBUG2015UGg_UG 3.3 57

77 StrainGeffectsGandGbandGparametersGinG}g–UGZn–UGandGrd–WGAppliednPhysicsnLettersUG2012UG^Z^UG^c_^Zc 3.4 56

76 seterminationGofGxnternalG{ossGinG’itrideG{asersGfromGuirstG¯rinciplesWGAppliednPhysicsnExpressUG2010UG
aUGZf_^Z^ 2.4 56

75 ScreeningGinGtwoGdimensionshGvWGcalculationsGforGsurfacesGandGthinGfilmsGusingGtheGrepeatedVslabG
approachWGPhysicalnReviewnBUG2008UGeeUG 3.3 56

74 roreV{evelGqindingGtnergiesGfromGvWhGpnGtfficientGuullVurequencyGppproachGwithinGaG{ocalizedG
qasisWGJournalnofnChemicalnTheorynandnComputationUG2018UG^bUGbfcdVbfdg 6.4 55

73 xnterfaceGdipolesGofGorganicGmoleculesGonGpgQ^^^RGinGhybridGdensityVfunctionalGtheoryWGNewnJournaln
ofnPhysicsUG2013UG^cUG^_aZ_f 2.9 54

72 SelfVinteractionGinGvreenâ��sVfunctionGtheoryGofGtheGhydrogenGatomWGPhysicalnReviewnAUG2007UGecUG 2.6 54

71 ptomicGstructureGofGmetalVhalideGperovskitesGfromGfirstGprincipleshGΓheGchickenVandVeggGparadoxGofG
theGorganicVinorganicGinteractionWGPhysicalnReviewnBUG2016UGgbUG 3.3 53

70 αltrathinGoxideshGbulkVoxideVlikeGmodelGsurfacesGorGuniqueGfilmsnWGPhysicalnReviewnLettersUG2007UGggUGZfd^Z7̂.4 52

69 sensityVfunctionalGtheoryGforGfVelectronGsystemshGtheG˛–V˛‡GphaseGtransitionGinGceriumWGPhysicalnReviewn
LettersUG2012UG^ZgUG^bdbZ_ 7.4 51
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68 qayesianGinferenceGofGatomisticGstructureGinGfunctionalGmaterialsWGNpjnComputationalnMaterialsUG2019
UGcUG 10.9 50

67 xntegerGversusGuractionalGrhargeGΓransferGatG}etalQXxnsulatorRX–rganicGxnterfaceshGruQX’arlRXΓr’tWG
ACSnNanoUG2015UGgUGcag^VbZb 16.7 48

66 qandGparametersGandGstrainGeffectsGinGZn–GandGgroupVxxxGnitridesWGSemiconductornSciencenandn
TechnologyUG2011UG_dUGZ^bZae 1.8 48

65 StaticGcorrelationGandGelectronGlocalizationGinGmolecularGdimersGfromGtheGselfVconsistentG−¯pGandG
vWGapproximationWGPhysicalnReviewnBUG2015UGg^UG 3.3 46

64 {argeVscaleGsurfaceGreconstructionGenergeticsGofG¯tQ^ZZRGandGpuQ^ZZRGbyGallVelectronGdensityG
functionalGtheoryWGPhysicalnReviewnBUG2010UGf_UG 3.3 46

63 sielectricGanisotropyGinGtheGvWGspaceâ��timeGmethodWGComputernPhysicsnCommunicationsUG2007UG^edUG^V^a 4.2 43

62 tvidenceGforGphotogeneratedGintermediateGholeGpolaronsGinGZn–WGNaturenCommunicationsUG2015UGdUGdgZ^17.4 42

61 uirstVprinciplesGdescriptionGofGchargeGtransferGinGdonorVacceptorGcompoundsGfromGselfVconsistentG
manyVbodyGperturbationGtheoryWGPhysicalnReviewnBUG2014UGgZUG 3.3 42

60 rhargeVΓransferVsrivenG’onplanarGpdsorptionGofGuΓr’×G}oleculesGonGtpitaxialGvrapheneWGACSn
NanoUG2017UG^^UGbgdZVbgdf 16.7 41

59 tnforcingGtheGlinearGbehaviorGofGtheGtotalGenergyGwithGhybridGfunctionalshGxmplicationsGforGchargeG
transferUGinteractionGenergiesUGandGtheGrandomVphaseGapproximationWGPhysicalnReviewnBUG2016UGgbUG 3.3 40

58 γertexGcorrectionsGinGlocalizedGandGextendedGsystemsWGPhysicalnReviewnBUG2007UGedUG 3.3 40

57 qeyondGtheGvWGapproximationhGpGsecondVorderGscreenedGexchangeGcorrectionWGPhysicalnReviewnBUG
2015UGg_UG 3.3 37

56 ΓhermodynamicGequilibriumGconditionsGofGgrapheneGfilmsGonGSirWGPhysicalnReviewnLettersUG2013UG^^^UGZdccZ_7.4 32

55 xmageGstatesGinGmetalGclustersWGPhysicalnReviewnAUG2004UGeZUG 2.6 32

54 pccurateGpbsoluteGandG−elativeGroreV{evelGqindingGtnergiesGfromWGJournalnofnPhysicalnChemistryn
LettersUG2020UG^^UG^fbZV^fbe 6.4 31

53 −oleGofGstrainGinGpolarizationGswitchingGinGsemipolarGxnva’Xva’GquantumGwellsWGAppliednPhysicsn
LettersUG2010UGgeUG^f^^Z_ 3.4 29

52 {atticeGdynamicsGcalculationsGbasedGonGdensityVfunctionalGperturbationGtheoryGinGrealGspaceWG
ComputernPhysicsnCommunicationsUG2017UG_^cUG_dVbd 4.2 27

51 rhemicalGdiversityGinGmolecularGorbitalGenergyGpredictionsGwithGkernelGridgeGregressionWGJournalnofn
ChemicalnPhysicsUG2019UG^cZUG_Zb^_^ 3.9 27

(2019-2019)
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50 SelfVconsistentGvreenPsGfunctionGembeddingGforGadvancedGelectronicGstructureGmethodsGbasedGonGaG
dynamicalGmeanVfieldGconceptWGPhysicalnReviewnBUG2016UGgaUG 3.3 26

49
pctivationGtnergyGofG–rganicGrationG−otationGinGrw’w¯bxGandGrs’w¯bxhG×uasiVtlasticG’eutronG
ScatteringG}easurementsGandGuirstV¯rinciplesGpnalysisGxncludingG’uclearG×uantumGtffectsWGJournaln
ofnPhysicalnChemistrynLettersUG2018UGgUGagdgVagee

6.4 26

48 uirstVprinciplesGsupercellGcalculationsGofGsmallGpolaronsGwithGproperGaccountGforGlongVrangeG
polarizationGeffectsWGNewnJournalnofnPhysicsUG2018UG_ZUGZaaZ_a 2.9 25

47 {engthGdependenceGofGionizationGpotentialsGofGtransacetyleneshGxnternallyGconsistentGsuΓXvWG
approachWGPhysicalnReviewnBUG2015UGg_UG 3.3 25

46 }ultiscaleGapproachGtoGtheGelectronicGstructureGofGdopedGsemiconductorGsurfacesWGPhysicalnReviewnB
UG2015UGg^UG 3.3 24

45 ptomicGstructuresGandGorbitalGenergiesGofGd^UbfgGcrystalVformingGorganicGmoleculesWGScientificnDataUG
2020UGeUGcf 8.2 23

44 xmageGresonanceGinGtheGmanyVbodyGdensityGofGstatesGatGaGmetalGsurfaceWGPhysicalnReviewnBUG2003UGdfUG 3.3 23

43 SurfaceGuunctionalizationGofG_sG}XeneshGΓrendsGinGsistributionUGrompositionUGandGtlectronicG
¯ropertiesWGJournalnofnPhysicalnChemistrynLettersUG2021UG^_UG_aeeV_afb 6.4 23

42 StabilizationGofGsemiconductorGsurfacesGthroughGbulkGdopantsWGNewnJournalnofnPhysicsUG2013UG^cUGZfaZZg 2.9 22

41 ¯iecewiseGlinearityGinGtheGvWGapproximationGforGaccurateGquasiparticleGenergyGpredictionsWGPhysicaln
ReviewnBUG2016UGgaUG 3.3 21

40 –ptimizingGopticalGabsorptionGofGΓi–_GbyGalloyingGwithGΓiS_WGAppliednPhysicsnLettersUG2008UGg_UGZb^^Zb 3.4 20

39 pllVelectronUGrealVspaceGperturbationGtheoryGforGhomogeneousGelectricGfieldshGtheoryUG
implementationUGandGapplicationGwithinGsuΓWGNewnJournalnofnPhysicsUG2018UG_ZUGZeaZbZ 2.9 20

38 ΓowardsGtfficientG–rbitalVsependentGsensityGuunctionalsGforGWeakGandGStrongGrorrelationWGPhysicaln
ReviewnLettersUG2016UG^^eUG^aaZZ_ 7.4 18

37 rhargeGΓransferGintoG–rganicGΓhinGuilmshGpGseeperGxnsightGthroughG}achineV{earningVpssistedG
StructureGSearchWGAdvancednScienceUG2020UGeUG_ZZZgg_ 13.6 17

36 vlobalGandGlocalGaspectsGofGtheGsurfaceGpotentialGlandscapeGforGenergyGlevelGalignmentGatG
organicVZn–GinterfacesWGChemicalnPhysicsUG2017UGbfcVbfdUG^bgV^dc 2.3 16

35 sensityGfunctionalGtheoryGstudyGofGtheG˛–â��˛‡GphaseGtransitionGinGceriumhG−oleGofGelectronGcorrelationG
andGfVorbitalGlocalizationWGPhysicalnReviewnBUG2016UGgaUG 3.3 15

34 qandGqendingGtngineeringGatG–rganicXxnorganicGxnterfacesGαsingG–rganicGSelfVpssembledG
}onolayersWGAdvancednElectronicnMaterialsUG2017UGaUG^dZZaea 6.4 13

33 –nGtheG}onteGrarloGsescriptionGofGwotGrarrierGtffectsGandGseviceGrharacteristicsGofGxxxV’G{tssWG
AdvancednElectronicnMaterialsUG2017UGaUG^dZZbgb 6.4 13
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32 tnhancedG–pticalGpbsorptionGsueGtoGSymmetryGqreakingGinGΓi–_Q^â��xRS_xGplloysWGJournalnofnPhysicaln
ChemistrynCUG2013UG^^eUGb^fgVb^ga 3.8 13

31 synamicalGconfigurationGinteractionhG×uantumGembeddingGthatGcombinesGwaveGfunctionsGandG
vreenPsGfunctionsWGPhysicalnReviewnBUG2019UGggUG 3.3 12

30 }ultiscaleGmodelGforGdisorderedGhybridGperovskiteshGΓheGconceptGofGorganicGcationGpairGmodesWG
PhysicalnReviewnBUG2018UGgfUG 3.3 12

29 WhyGgrapheneGgrowthGisGveryGdifferentGonGtheGrGfaceGthanGonGtheGSiGfaceGofGSirhGxnsightsGfromG
surfaceGequilibriaGandGtheGQaˆ�aRâ��arâ��SirQ^´fl^´fl^´flRGreconstructionWGPhysicalnReviewnBUG2015UGg^UG 3.3 11

28 xnfluenceGofGhydrogenGonGtheGstructureGandGstabilityGofGultraVthinGZn–GonGmetalGsubstratesWGAppliedn
PhysicsnLettersUG2015UG^ZdUG^a^dZ_ 3.4 11

27 sopingGdependenceGofGtheGsurfaceGphaseGstabilityGofGpolarG–VterminatedGQZZZ^GRGZn–WGNewnJournaln
ofnPhysicsUG2017UG^gUGZfaZ^_ 2.9 10

26 −elativisticGcorrectionGschemeGforGcoreVlevelGbindingGenergiesGfromGvWWGJournalnofnChemicalnPhysicsUG
2020UG^caUG^^b^^Z 3.9 10

25 WaveVfunctionGinspiredGdensityGfunctionalGappliedGtoGtheGw_XM{{rm{w}}}_{_}^{T}MGchallengeWGNewn
JournalnofnPhysicsUG2016UG^fUGZeaZ_d 2.9 10

24 tfficientGpminoGpcidGronformerGSearchGwithGqayesianG–ptimizationWGJournalnofnChemicalnTheorynandn
ComputationUG2021UG^eUG^gccV^gdd 6.4 9

23 ΓheoryGofGopticalGexcitationsGinGdipoleVcoupledGhybridGmoleculeVsemiconductorGlayershGrouplingGofGaG
molecularGresonanceGtoGsemiconductorGcontinuumGstatesWGPhysicalnReviewnBUG2014UGfgUG 3.3 7

22 ×uantumGembeddingGtheoryGinGtheGscreenedGroulombGinteractionhGrombiningGconfigurationG
interactionGwithGvWXqStWGPhysicalnReviewnMaterialsUG2019UGaUG 3.2 7

21 setectingGstableGadsorbatesGofGQ^RVcamphorGonGruQ^^^RGwithGqayesianGoptimizationWGBeilsteinn
JournalnofnNanotechnologyUG2020UG^^UG^ceeV^cfg 3 7

20 −ealVtimeGtimeVdependentGdensityGfunctionalGtheoryGimplementationGofGelectronicGcircularG
dichroismGappliedGtoGnanoscaleGmetalVorganicGclustersWGJournalnofnChemicalnPhysicsUG2021UG^cbUG^^b^Z_ 3.9 6

19 }aterialsGstructureGgenealogyGandGhighVthroughputGtopologicalGclassificationGofGsurfacesGandG_sG
materialsWGNpjnComputationalnMaterialsUG2018UGbUG 10.9 6

18 }achineG{earninghGseepG{earningGSpectroscopyhG’euralG’etworksGforG}olecularGtxcitationGSpectraG
QpdvWGSciWGgX_Z^gRWGAdvancednScienceUG2019UGdUG^geZZca 13.6 5

17 –pticalG¯ropertiesGofGSilverV}ediatedGs’pGfromG}olecularGsynamicsGandGΓimeGsependentGsensityG
uunctionalGΓheoryWGInternationalnJournalnofnMolecularnSciencesUG2018UG^gUG 6.3 5

16 tlectronVphononGcouplingGinGdVelectronGsolidshGpGtemperatureVdependentGstudyGofGrutileGΓi–_GbyG
firstVprinciplesGtheoryGandGtwoVphotonGphotoemissionWGPhysicalnReviewnResearchUG2019UG^UG 3.9 5

15 satabaseVdrivenGhighVthroughputGstudyGofGcoatingGmaterialsGforGhybridGperovskitesWGNewnJournalnofn
PhysicsUG2019UG_^UGZfaZ^f 2.9 4
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14 −amanGstudyGofG_UeVbisQbiphenylVbVylVR_nUenVditertbutylVgUgnVspirobifluoreneGadsorbedGonGoxideG
surfacesWGChemicalnPhysicsnLettersUG2013UGcfbUGebVef 2.5 3

13 voldGdiggershGplteredGreconstructionGofGtheGgoldGsurfaceGbyGphysisorbedGaromaticGoligomersWG
PhysicalnReviewnMaterialsUG2019UGaUG 3.2 3

12 uormationGofGgrapheneGatopGaGSiGadlayerGonGtheGrVfaceGofGSirWGPhysicalnReviewnMaterialsUG2019UGaUG 3.2 3

11 xmprovedG–neVShotGΓotalGtnergiesGfromGtheG{inearizedGvWGsensityG}atrixWGJournalnofnChemicaln
TheorynandnComputationUG2021UG^eUG_^_dV_^ad 6.4 3

10 }ultiVscaleGmodelGforGtheGstructureGofGhybridGperovskiteshGanalysisGofGchargeGmigrationGinG
disorderedG}p¯bxaGstructuresWGNewnJournalnofnPhysicsUG2018UG_ZUG^ZaZ^a 2.9 3

9 pssessingGtheG˛�GppproachhGqeyondGwithGwedinPsGuullGSecondV–rderGSelfVtnergyGrontributionWGJournaln
ofnChemicalnTheorynandnComputationUG2021UG^eUGc^bZVc^cb 6.4 3

8 ΓheoryGofGtxcitationGΓransferGbetweenGΓwoVsimensionalGSemiconductorGandG}olecularG{ayersWG
PhysicalnReviewnAppliedUG2018UGgUG 4.3 2

7 tlectronicGrharacterizationGofGaGrhargeVΓransferGromplexG}onolayerGonGvrapheneWGACSnNanoUG2021
UG^cUGggbcVggcb 16.7 2

6 {ithiumVxonGqatteryGΓechnologyGforGγoltageGrontrolGofG¯erpendicularG}agnetizationWGAdvancedn
FunctionalnMaterialsU_^^a^^f 15.6 2

5 pllVtlectronGqStoG}ethodGforGVtdgeGroreGtlectronGtxcitationGtnergiesWWGJournalnofnChemicalnTheoryn
andnComputationUG2022UG 6.4 1

4 xntegratingGqayesianGxnferenceGwithGScanningG¯robeGtxperimentsGforG−obustGxdentificationGofG
SurfaceGpdsorbateGronfigurationsWGAdvancednFunctionalnMaterialsUG2021UGa^UG_Z^Zfca 15.6 1

3 ptomicGandGelectronicGstructureGofGcesiumGleadGtriiodideGsurfacesWGJournalnofnChemicalnPhysicsUG2021UG
^cbUGZebe^_ 3.9 1

2 }achineGlearningGasGaGtoolGtoGengineerGmicrostructureshG}orphologicalGpredictionGofGtanninVbasedG
colloidsGusingGqayesianGsurrogateGmodelsWWGMRSnBulletinUG2022UGbeUG^Vg 3.2 1

1
xntegratingGqayesianGxnferenceGwithGScanningG¯robeGtxperimentsGforG−obustGxdentificationGofG
SurfaceGpdsorbateGronfigurationsGQpdvWGuunctWG}aterWGa_X_Z_^RWGAdvancednFunctionalnMaterialsUG
2021UGa^UG_^eZ_ac

15.6
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