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164 odvancedKcapabilitiesKforKmaterialsKmodellingKwithKQuantumKsS–ösSS’YKJournaliofiPhysicsi
CondensediMatterWK2017WK_gWKbdcg[] 1.8 2275

163 –erovskiteXperovskiteKtandemKphotovoltaicsKwithKoptimizedKbandKgapsYKScienceWK2016WKacbWKfd]Xfdc 33.3 865

162 slectronXphononKcouplingKinKhybridKleadKhalideKperovskitesYKNatureiCommunicationsWK2016WKeWK 17.4 668

161 −owardKzeadXtreeK–erovskiteKSolarKqellsYKACSiEnergyiLettersWK2016WK]WK]_aaX]_b[ 20.1 636

160 StericKengineeringKofKmetalXhalideKperovskitesKwithKtunableKopticalKbandKgapsYKNaturei
CommunicationsWK2014WKcWKcece 17.4 605

159 zeadXtreeKvalideKroubleK–erovskitesKviaKveterovalentKSubstitutionKofK}obleK{etalsYKJournaliofi
PhysicaliChemistryiLettersWK2016WKeWK]_cbXg 6.4 567

158 slectronXphononKinteractionsKfromKfirstKprinciplesYKReviewsiofiModerniPhysicsWK2017WKfgWK 40.5 538

157 qswnogqlhKoK}ewKzeadXtreeKvalideKroubleK–erovskiteKwithKrirectKpandKuapYKJournaliofiPhysicali
ChemistryiLettersWK2017WKfWKee_Xeef 6.4 494

156 s–WhKslectronâ��phononKcouplingWKtransportKandKsuperconductingKpropertiesKusingKmaximallyK
localizedKWannierKfunctionsYKComputeriPhysicsiCommunicationsWK2016WK_[gWK]]dX]aa 4.2 433

155 slectronXphononKinteractionKusingKWannierKfunctionsYKPhysicaliReviewiBWK2007WKedWK 3.3 425

154 pandKuapsKofKtheKzeadXtreeKvalideKroubleK–erovskitesKqs_piogqldKandKqs_piogprdKfromK−heoryK
andKsxperimentYKJournaliofiPhysicaliChemistryiLettersWK2016WKeWK_cegXfc 6.4 395

153 −i’_KanataseKwithKaKbandgapKinKtheKvisibleKregionYKNanoiLettersWK2014WK]bWKdcaaXf 11.5 384

152 rislocationXdrivenKdeformationsKinKgrapheneYKScienceWK2012WKaaeWK_[gX]_ 33.3 295

151 qubicKorK’rthorhombicmKöevealingKtheKqrystalKStructureKofK{etastableKplackX–haseKqs–bwaKbyK
−heoryKandKsxperimentYKACSiEnergyiLettersWK2018WKaWK]efeX]egb 20.1 292

150 ’xygenKredoxKchemistryKwithoutKexcessKalkaliXmetalKionsKinK}a[{g{n]’YKNatureiChemistryWK2018WK
][WK_ffX_gc 17.6 281

149 s–WhKoKprogramKforKcalculatingKtheKelectronâ��phononKcouplingKusingKmaximallyKlocalizedKWannierK
functionsYKComputeriPhysicsiCommunicationsWK2010WK]f]WK_]b[X_]bf 4.2 225

148
βibrationalK–ropertiesKofKtheK’rganicâ��wnorganicKvalideK–erovskiteKqva}va–bwaKfromK−heoryKandK
sxperimenthKtactorKuroupKonalysisWKtirstX–rinciplesKqalculationsWKandKzowX−emperatureKwnfraredK
SpectraYKJournaliofiPhysicaliChemistryiCWK2015WK]]gWK_ce[aX_ce]f
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147 qonfinementKsffectsKinKzowXrimensionalKzeadKwodideK–erovskiteKvybridsYKChemistryiofiMaterialsWK
2016WK_fWKbccbXbcd_ 9.6 203

146 slectronXphononKrenormalizationKofKtheKdirectKbandKgapKofKdiamondYKPhysicaliReviewiLettersWK2010WK
][cWK_dcc[] 7.4 192

145 pimolecularKrecombinationKinKmethylammoniumKleadKtriiodideKperovskiteKisKanKinverseKabsorptionK
processYKNatureiCommunicationsWK2018WKgWK_ga 17.4 175

144 trˆ¶hlichKslectronX–hononKβertexKfromKtirstK–rinciplesYKPhysicaliReviewiLettersWK2015WK]]cWK]edb[] 7.4 165

143 qomputationalKScreeningKofKvomovalentKzeadKSubstitutionKinK’rganicâ��wnorganicKvalideK
–erovskitesYKJournaliofiPhysicaliChemistryiCWK2016WK]_[WK]ddX]ea 3.8 162

142 βelocityKrenormalizationKandKcarrierKlifetimeKinKgrapheneKfromKtheKelectronXphononKinteractionYK
PhysicaliReviewiLettersWK2007WKggWK[fdf[b 7.4 162

141 uWKquasiparticleKbandKstructuresKofKstibniteWKantimonseliteWKbismuthiniteWKandKguanajuatiteYK
PhysicaliReviewiBWK2013WKfeWK 3.3 142

140 pandKoffsetsKatKtheKSiZSi’_KinterfaceKfromKmanyXbodyKperturbationKtheoryYKPhysicaliReviewiLettersWK
2008WK][[WK]fdb[] 7.4 141

139 tirstXprinciplesKpredictionKofKdopedKgraphaneKasKaKhighXtemperatureKelectronXphononK
superconductorYKPhysicaliReviewiLettersWK2010WK][cWK[ae[[_ 7.4 140

138 slectronXphononKinteractionsKinKgrapheneWKbilayerKgrapheneWKandKgraphiteYKNanoiLettersWK2008WKfWKb__gXaa11.5 138

137 SmallKphononKcontributionKtoKtheKphotoemissionKkinkKinKtheKcopperKoxideKsuperconductorsYKNatureWK
2008WKbc_WKgecXf 50.4 135

136 SolutionX–rocessedKqesiumKvexabromopalladateSwβTWKqs–dprWKforK’ptoelectronicKopplicationsYK
JournaliofitheiAmericaniChemicaliSocietyWK2017WK]agWKd[a[Xd[aa 16.4 134

135 −owardsKpredictiveKmanyXbodyKcalculationsKofKphononXlimitedKcarrierKmobilitiesKinKsemiconductorsYK
PhysicaliReviewiBWK2018WKgeWK 3.3 128

134 onisotropicK{igdalXsliashbergKtheoryKusingKWannierKfunctionsYKPhysicaliReviewiBWK2013WKfeWK 3.3 124

133 slectronXphononKinteractionKviaKelectronicKandKlatticeKWannierKfunctionshKsuperconductivityKinK
boronXdopedKdiamondKreexaminedYKPhysicaliReviewiLettersWK2007WKgfWK[be[[c 7.4 122

132 uWKpandKStructuresKandKqarrierKsffectiveK{assesKofKqva}va–bwaKandKvypotheticalK–erovskitesKofK
theK−ypeKo–bwahKoKkK}vbWK–vbWKosvbWKandKSbvbYKJournaliofiPhysicaliChemistryiCWK2015WK]]gWK_c_[gX_c_]g 3.8 113

131 StructuralKandKslectronicK–ropertiesKofKSemiconductorXSensitizedKSolarXqellKwnterfacesYKAdvancedi
FunctionaliMaterialsWK2011WK_]WKbddaXbdde 15.6 110

130 −heoryKofKatomicXscaleKdielectricKpermittivityKatKinsulatorKinterfacesYKPhysicaliReviewiBWK2005WKe]WK 3.3 108
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129 uWKquasiparticleKbandKgapKofKtheKhybridKorganicXinorganicKperovskiteKqva}va–bwahKsffectKofK
spinXorbitKinteractionWKsemicoreKelectronsWKandKselfXconsistencyYKPhysicaliReviewiBWK2014WKg[WK 3.3 101

128 uWKmethodKwithKtheKselfXconsistentKSternheimerKequationYKPhysicaliReviewiBWK2010WKf]WK 3.3 98

127 ongleXresolvedKphotoemissionKspectraKofKgrapheneKfromKfirstXprinciplesKcalculationsYKNanoiLettersWK
2009WKgWKb_abXg 11.5 93

126 –haseKriagramsKandKStabilityKofKzeadXtreeKvalideKroubleK–erovskitesKqs_ppmXdhKpKkKSbKandKpiWKpmKkK
quWKogWKandKouWKandKXKkKqlWKprWKandKwYKJournaliofiPhysicaliChemistryiCWK2018WK]__WK]cfX]e[ 3.8 91

125 ’riginKofKtheKcrossoverKfromKpolaronsKtoKtermiKliquidsKinKtransitionKmetalKoxidesYKNaturei
CommunicationsWK2017WKfWK]cedg 17.4 79

124 ’riginKofKzowKqarrierK{obilitiesKinKvalideK–erovskitesYKACSiEnergyiLettersWK2019WKbWKbcdXbda 20.1 79

123 ’neXshotKcalculationKofKtemperatureXdependentKopticalKspectraKandKphononXinducedKbandXgapK
renormalizationYKPhysicaliReviewiBWK2016WKgbWK 3.3 77

122 QuantumKnuclearKdynamicsKinKtheKphotophysicsKofKdiamondoidsYKNatureiCommunicationsWK2013WKbWK_[[d 17.4 76

121 öouteKtoKStableKzeadXtreeKroubleK–erovskitesKwithKtheKslectronicKStructureKofKqv}v–bwhKoKqaseKforK
{ixedXqationK[qsZqv}vZqvS}vT]wnpiprYKJournaliofiPhysicaliChemistryiLettersWK2017WKfWKag]eXag_b 6.4 71

120 rielectricKdiscontinuityKatKinterfacesKinKtheKatomicXscaleKlimithKpermittivityKofKultrathinKoxideKfilmsK
onKsiliconYKPhysicaliReviewiLettersWK2003WKg]WK_ded[] 7.4 71

119 tirstXprinciplesKcalculationsKofKchargeKcarrierKmobilityKandKconductivityKinKbulkKsemiconductorsKandK
twoXdimensionalKmaterialsYKReportsioniProgressiiniPhysicsWK2020WKfaWK[adc[] 14.4 71

118 −heKgeometricKblueprintKofKperovskitesYKProceedingsiofitheiNationaliAcademyiofiSciencesiofithei
UnitediStatesiofiAmericaWK2018WK]]cWKcageXcb[_ 11.5 70

117 ’riginKofKSuperconductivityKandKzatentKqhargeKrensityKWaveKinK}bS_{_}YKPhysicaliReviewiLettersWK
2017WK]]gWK[fe[[a 7.4 66

116 tirstXprinciplesKstudyKofKelectronKlinewidthsKinKgrapheneYKPhysicaliReviewiLettersWK2009WK][_WK[edf[a 7.4 65

115 StochasticKopproachKtoK–hononXossistedK’pticalKobsorptionYKPhysicaliReviewiLettersWK2015WK]]cWK]eeb[] 7.4 63

114 urapheneXbasedKtechnologiesKforKenergyKapplicationsWKchallengesKandKperspectivesYK2DiMaterialsWK
2015WK_WK[a[_[b 5.9 62

113 terroelectricKurapheneX–erovskiteKwnterfacesYKJournaliofiPhysicaliChemistryiLettersWK2015WKdWK_bgdXc[_ 6.4 60

112 otomicXscaleKobservationKofKmulticonformationalKbindingKandKenergyKlevelKalignmentKofK
rutheniumXbasedKphotosensitizersKonK−i’_KanataseYKNanoiLettersWK2014WK]bWKcdaXg 11.5 60
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111 StructuralKandKelectronicKpropertiesKofKanKabruptKbvâ��SiqS[[[]Tâ��Si’_KinterfaceKmodelhKqlassicalK
molecularKdynamicsKsimulationsKandKdensityKfunctionalKcalculationsYKPhysicaliReviewiBWK2007WKedWK 3.3 55

110 wdealKsnergyXzevelKolignmentKatKtheKZn’Z–av−K–hotovoltaicKwnterfaceYKAdvancediFunctionali
MaterialsWK2012WK__WKc[fgXc[gc 15.6 53

109
öamanKSpectrumKofKtheK’rganicâ��wnorganicKvalideK–erovskiteKqva}va–bwaKfromKtirstK–rinciplesKandK
vighXöesolutionKzowX−emperatureKöamanK{easurementsYKJournaliofiPhysicaliChemistryiCWK2018WK
]__WK_]e[aX_]e]e

3.8 53

108 StrongKcarrierKlifetimeKenhancementKinKuaosKnanowiresKcoatedKwithKsemiconductingKpolymerYKNanoi
LettersWK2012WK]_WKd_gaXa[] 11.5 52

107 uWKquasiparticleKbandgapsKofKanataseK−i’_KstartingKfromKrt−KVK∕YKJournaliofiPhysicsiCondensedi
MatterWK2012WK_bWK_[__[] 1.8 52

106 −woXgapKsuperconductivityKinKheavilyKnXdopedKgraphenehKobKinitioK{igdalXsliashbergKtheoryYK
PhysicaliReviewiBWK2014WKg[WK 3.3 51

105 pandKstructuresKofKplasmonicKpolaronsYKPhysicaliReviewiLettersWK2015WK]]bWK]bdb[b 7.4 50

104 slectronXphononKinteractionKandKpairingKmechanismKinKsuperconductingKqaXintercalatedKbilayerK
grapheneYKScientificiReportsWK2016WKdWK_]b]b 4.9 49

103 qarrierKzifetimesKandK–olaronicK{assKsnhancementKinKtheKvybridKvalideK–erovskiteK
qv_{a}}v_{a}–bw_{a}KfromK{ultiphononKtrˆ¶hlichKqouplingYKPhysicaliReviewiLettersWK2018WK]_]WK[fdb[_ 7.4 48

102 wnfraredKspectraKatKsurfacesKandKinterfacesKfromKfirstKprincipleshKevolutionKofKtheKspectraKacrossKtheK
SiS][[TXSi’_KinterfaceYKPhysicaliReviewiLettersWK2005WKgcWK]feb[_ 7.4 48

101 −heK_[_]KquantumKmaterialsKroadmapYKJPhysiMaterialsWK2020WKaWK[b_[[d 4.2 48

100 βanKvoveKsingularityKandKapparentKanisotropyKinKtheKelectronXphononKinteractionKinKgrapheneYK
PhysicaliReviewiBWK2008WKeeWK 3.3 46

99 ∕nifiedKtheoryKofKelectronXphononKrenormalizationKandKphononXassistedKopticalKabsorptionYKJournali
ofiPhysicsiCondensediMatterWK2014WK_dWKadcc[a 1.8 42

98 otomisticKmodelsKofKtheKSiS][[Tâ��Si’_interfacehKstructuralWKelectronicKandKdielectricKpropertiesYK
JournaliofiPhysicsiCondensediMatterWK2005WK]eWKS_[dcXS_[eb 1.8 41

97 ∕ltrafastKentanglingKgatesKbetweenKnuclearKspinsKusingKphotoexcitedKtripletKstatesYKNatureiPhysicsWK
2012WKfWKcgdXd[[ 16.2 39

96 voleKmobilityKofKstrainedKua}KfromKfirstKprinciplesYKPhysicaliReviewiBWK2019WK][[WK 3.3 38

95 slectronicKandKdielectricKpropertiesKofKaKsuboxideKinterlayerKatKtheKsiliconâ��oxideKinterfaceKinK{’SK
devicesYKSurfaceiScienceWK2005WKcfdWK]faX]g] 1.8 38

94 obKinitioKSternheimerXuWKmethodKforKquasiparticleKcalculationsKusingKplaneKwavesYKPhysicaliReviewi
BWK2013WKffWK 3.3 35
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93 rimensionalKqrossoverKinKtheKqarrierK{obilityKofK−woXrimensionalKSemiconductorshK−heKqaseKofK
wnSeYKNanoiLettersWK2019WK]gWK]eebX]ef] 11.5 34

92 SurfaceKpropertiesKofKleadXfreeKhalideKdoubleKperovskiteshK–ossibleKvisibleXlightKphotoXcatalystsKforK
waterKsplittingYKAppliediPhysicsiLettersWK2018WK]]_WK_bag[] 3.4 34

91 StructureKofKaKWaterK{onolayerKonKtheKonataseK−i’_S][]TKSurfaceYKPhysicaliReviewiAppliedWK2014WK_WK 4.3 34

90 obKinitioKtheoryKofKpolaronshKtormalismKandKapplicationsYKPhysicaliReviewiBWK2019WKggWK 3.3 32

89 –olaronsKfromKtirstK–rinciplesWKwithoutKSupercellsYKPhysicaliReviewiLettersWK2019WK]__WK_bdb[a 7.4 32

88 qapaqob’ehKoKferrimagneticKpyroelectricYKPhysicaliReviewiBWK2014WKg[WK 3.3 32

87 öouteKtoKvighKvoleK{obilityKinKua}KviaKöeversalKofKqrystalXtieldKSplittingYKPhysicaliReviewiLettersWK
2019WK]_aWK[gdd[_ 7.4 31

86 −heoryKofKelectronXplasmonKcouplingKinKsemiconductorsYKPhysicaliReviewiBWK2016WKgbWK 3.3 29

85 ’nKtheKcombinedKuseKofKuWKapproximationKandKcumulantKexpansionKinKtheKcalculationsKofK
quasiparticleKspectrahK−heKparadigmKofKSiKvalenceKbandsYKPhysicaliReviewiBWK2016WKgbWK 3.3 28

84 ’riginKofKsuperconductivityKinKboronXdopedKsiliconKcarbideKfromKfirstKprinciplesYKPhysicaliReviewiBWK
2009WKegWK 3.3 26

83 }onadiabaticKyohnKonomalyKinKveavilyKporonXropedKriamondYKPhysicaliReviewiLettersWK2017WK]]gWK[]e[[]7.4 25

82 QuantitativeKanalysisKofKvalenceKphotoemissionKspectraKandKquasiparticleKexcitationsKatK
chromophoreXsemiconductorKinterfacesYKPhysicaliReviewiLettersWK2012WK][gWK]]df[] 7.4 24

81 tirstXprinciplesKstudyKofKsuperconductivityKandKtermiXsurfaceKnestingKinKultrahardKtransitionKmetalK
carbidesYKPhysicaliReviewiBWK2008WKeeWK 3.3 24

80 rielectricKeffectKofKaKthinKSi’_KinterlayerKatKtheKinterfaceKbetweenKsiliconKandKhighXkKoxidesYK
MicroelectroniciEngineeringWK2004WKe_WK_ggXa[a 2.5 24

79 −heoryKofKtheKspecialKdisplacementKmethodKforKelectronicKstructureKcalculationsKatKfiniteK
temperatureYKPhysicaliReviewiResearchWK2020WK_WK 3.9 23

78
βanKderKWaalsKwnteractionsKandKonharmonicityKinKtheKzatticeKβibrationsWKrielectricKqonstantsWK
sffectiveKqhargesWKandKwnfraredKSpectraKofKtheK’rganicâ��wnorganicKvalideK–erovskiteKqva}va–bwaYK
JournaliofiPhysicaliChemistryiCWK2017WK]_]WK]fbcgX]fbe]

3.8 22

77 ’K]sKcoreXlevelKshiftsKatKtheKanataseK−i’_S][]TZ}aKphotovoltaicKinterfacehKSignatureKofKvXbondedK
supramolecularKassemblyYKPhysicaliReviewiBWK2011WKfbWK 3.3 22

76 SingleX{oleculeKβibrationalKSpectroscopyKofKv_’KonKonataseK−i’_S][]TYKJournaliofiPhysicali
ChemistryiCWK2017WK]_]WK]]f_X]]fe 3.8 21
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75 sxcitonsKinKoneXdimensionalKvanKderKWaalsKmaterialshKSb_SaKnanoribbonsYKPhysicaliReviewiBWK2015WK
g_WK 3.3 21

74 squivalentKoxideKthicknessKofKaKthinKoxideKinterlayerKinKgateKinsulatorKstacksKonKsiliconYKAppliedi
PhysicsiLettersWK2005WKfdWK]g_g[] 3.4 21

73 qoexistenceKofKSuperconductivityKwithKsnhancedKqhargeKrensityKWaveK’rderKinKtheK
−woXrimensionalKzimitKofK−aSeYKJournaliofiPhysicaliChemistryiLettersWK2019WK][WKb[edXb[f] 6.4 20

72 –rotonXinducedKfixedKpositiveKchargeKatKtheKSiS][[TXSi’_KinterfaceYKPhysicaliReviewiLettersWK2007WK
ggWK]_d][_ 7.4 20

71 obruptKmodelKinterfaceKforKtheKbvS][[[TSiqXSi’_KinterfaceYKMicroelectroniciEngineeringWK2005WKf[WKafXb] 2.5 20

70 StructuralWKelectronicWKelasticWKpowerWKandKtransportKpropertiesKofK˛†â��ua_’aKfromKfirstKprinciplesYK
PhysicaliReviewiResearchWK2020WK_WK 3.9 20

69 qrossoverKfromKlatticeKtoKplasmonicKpolaronsKofKaKspinXpolarisedKelectronKgasKinKferromagneticKsu’YK
NatureiCommunicationsWK2018WKgWK_a[c 17.4 19

68 SpectralKfingerprintsKofKelectronXplasmonKcouplingYKPhysicaliReviewiBWK2015WKg_WK 3.3 19

67 ’xideKonalogsKofKvalideK–erovskitesKandKtheK}ewKSemiconductorKpaogw’YKJournaliofiPhysicali
ChemistryiLettersWK2019WK][WK]e__X]e_f 6.4 18

66 ∕niversalKScalingKofKwntrinsicKöesistivityKinK−woXrimensionalK{etallicKporopheneYKAngewandtei
Chemiei-iInternationaliEditionWK2018WKceWKbcfcXbcfg 16.4 18

65 {ixedKWannierXplochKfunctionsKforKelectronsKandKphononsKinKperiodicKsystemsYKPhysicaliReviewi
LettersWK2006WKgdWK_]db[a 7.4 17

64 {odelingKofKSiK_pKcoreXlevelKshiftsKatKSiâ��SZr’_TxSSi’_T]â��xKinterfacesYKAppliediPhysicsiLettersWK2002WK
f]WKb_aaXb_ac 3.4 17

63 öuddlesdenX–opperX–haseKvybridKvalideK–erovskiteZSmallX{oleculeK’rganicKplendK{emoryK
−ransistorsYKAdvancediMaterialsWK2021WKaaWKe_[[a]ae 24 17

62 urapheneK’xideZ–erovskiteKwnterfacesKtorK–hotovoltaicsYKJournaliofiPhysicaliChemistryiCWK2018WK]__WK]de]cX]de_d3.8 16

61 vighXsfficiencyKtullereneKSolarKqellsKsnabledKbyKaKSpontaneouslyKtormedK{esostructuredK
quSq}X}anowireKveterointerfaceYKAdvancediScienceWK2018WKcWK]e[[gf[ 13.6 15

60 sntanglingKremoteKnuclearKspinsKlinkedKbyKaKchromophoreYKPhysicaliReviewiLettersWK2010WK][bWK_[[c[] 7.4 15

59 öoleKofKfluorineKinKtheKironKpnictideshKphononKsofteningKandKeffectiveKholeKdopingYKPhysicaliReviewi
LettersWK2009WK][_WK]be[[a 7.4 15

58 slectronXplasmonKandKelectronXphononKsatellitesKinKtheKangleXresolvedKphotoelectronKspectraKofK
nXdopedKanataseK−i’_YKPhysicaliReviewiBWK2018WKgeWK 3.3 14
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57 −imeXdependentKdensityKfunctionalKtheoryKusingKatomicKorbitalsKandKtheKselfXconsistentK
SternheimerKequationYKPhysicaliReviewiBWK2014WKfgWK 3.3 14

56 zimitsKtoKslectricalK{obilityKinKzeadXvalideK–erovskiteKSemiconductorsYKJournaliofiPhysicaliChemistryi
LettersWK2021WK]_WKad[eXad]e 6.4 14

55 −heKuWKplusKcumulantKmethodKandKplasmonicKpolaronshKapplicationKtoKtheKhomogeneousKelectronK
gasUYKEuropeaniPhysicaliJournaliBWK2016WKfgWK] 1.2 14

54 obKinitioKcalculationKofKspinKfluctuationKspectraKusingKtimeXdependentKdensityKfunctionalK
perturbationKtheoryWKplaneKwavesWKandKpseudopotentialsYKPhysicaliReviewiBWK2018WKgeWK 3.3 13

53 −heoryKofKslectromagnonsKinKqu’YKPhysicaliReviewiLettersWK2015WK]]bWK]ge_[] 7.4 13

52 zinearKopticalKresponseKofKfiniteKsystemsKusingKmultishiftKlinearKsystemKsolversYKJournaliofiChemicali
PhysicsWK2014WK]b]WK[bb]]e 3.9 13

51 tirstXprinciplesKstudyKofKstructurallyKmodulatedKmultiferroicKqa{ne’]_YKPhysicaliReviewiBWK2015WK
g]WK 3.3 12

50 rielectricKscreeningKinKextendedKsystemsKusingKtheKselfXconsistentKSternheimerKequationKandK
localizedKbasisKsetsYKPhysicaliReviewiBWK2012WKfcWK 3.3 12

49 –hononXzimitedK{obilityKandKslectronX–hononKqouplingKinKzeadXtreeKvalideKroubleK–erovskitesYK
JournaliofiPhysicaliChemistryiLettersWK2021WK]_WKbbebXbbf_ 6.4 12

48 otomicKStructureKofKWaterK{onolayerKonKonataseK−i’_S][]TKSurfaceYKJournaliofiPhysicaliChemistryiC
WK2018WK]__WK]]gcbX]]gd[ 3.8 12

47 QuasiparticleKuWKbandKstructuresKandKtermiKsurfacesKofKbulkKandKmonolayerK}bS_YKPhysicaliReviewi
BWK2018WKgfWK 3.3 10

46 wntrinsicKquantumKconfinementKinKformamidiniumKleadKtriiodideKperovskiteYKNatureiMaterialsWK2020WK
]gWK]_[]X]_[d 27 10

45 SlotXrieX–rintedK−woXrimensionalKZrSKqhargeK−ransportKzayerKforK–erovskiteKzightXsmittingKriodesYK
ACSiAppliediMaterialsiramp;iInterfacesWK2019WK]]WKbf[_]Xbf[_f 9.5 10

44 qrystallographicWK’pticalWKandKslectronicK–ropertiesKofKtheKqs_ogpi]â��xwnxprdKroubleK–erovskitehK
∕nderstandingKtheKtundamentalK–hotovoltaicKsfficiencyKqhallengesYKACSiEnergyiLettersWK2021WKdWK][eaX][f]20.1 10

43 {anipulatingKsurfaceKmagneticKorderKinKironKtellurideYKScienceiAdvancesWK2019WKcWKeaavabef 14.3 9

42 tirstXprinciplesKinvestigationKofKhyperfineKinteractionsKforKnuclearKspinKentanglementKinK
photoexcitedKfullerenesYKPhysicaliReviewiBWK2012WKfcWK 3.3 9

41 roseKandKdoseXrateKeffectsKonK}–}KbipolarKjunctionKtransistorsKirradiatedKatKhighKtemperatureYKIEEEi
TransactionsioniNucleariScienceWK2002WKbgWK]bebX]beg 1.7 8

40 slectronXpolaronKdichotomyKofKchargeKcarriersKinKperovskiteKoxidesYKCommunicationsiPhysicsWK2020WK
aWK 5.4 7
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39 snergyXlevelKalignmentKandKopenXcircuitKvoltageKatKgrapheneZpolymerKinterfaceshKtheoryKandK
experimentYK2DiMaterialsWK2016WKaWK[]c[[a 5.9 7

38 wnfraredKpropertiesKofKultrathinKoxidesKonKSiS][[TYKMicroelectroniciEngineeringWK2005WKf[WKb_[Xb_a 2.5 7

37 SternheimeruWhKoKprogramKforKcalculatingKuWKquasiparticleKbandKstructuresKandKspectralKfunctionsK
withoutKunoccupiedKstatesYKComputeriPhysicsiCommunicationsWK2020WK_beWK][dfcd 4.2 7

36 –erformanceKofKlocalKorbitalKbasisKsetsKinKtheKselfXconsistentKSternheimerKmethodKforKdielectricK
matricesKofKextendedKsystemsYKEuropeaniPhysicaliJournaliBWK2012WKfcWK] 1.2 6

35 tirstXprinciplesKtheoryKofKinfraredKabsorptionKspectraKatKsurfacesKandKinterfaceshKopplicationKtoKtheK
SiS][[Thv_’KsurfaceYKPhysicaliReviewiBWK2008WKefWK 3.3 6

34 slectronicKStructureKatKöealisticKSiS][[TXSi’_wnterfacesYKJapaneseiJournaliofiAppliediPhysicsWK2004WK
baWKefgcXefgf 1.4 6

33 {onolayerK]−X}bSeKasKaK_rXcorrelatedKmagneticKinsulatorYKScienceiAdvancesWK2021WKeWKeabidaag 14.3 6
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