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j Paper IF Citations

152 TemperatureXKandKvacancyXconcentrationXdependenceKofKheatKtransportKinK”ieul−KfromK
multiXmethodKnumericalKsimulationsZKNpjiComputationaliMaterialsWK2022WKjWK 10.9 1

151 zeatKtransportKinKliquidKwaterKfromKfirstXprinciplesKandKdeepKneuralKnetworkKsimulationsZKPhysicali
ReviewiBWK2021WKcbfWK 3.3 4

150 ThermalKandKTidalKwvolutionKofKUranusKwithKaKyrowingKxrozenKuoreZKPlanetaryiScienceiJournalWK2021WK
dWKddd 2.9 5

149 viscoveryKofKaKnaturalKcyanKbluelKsKuniqueKfoodXsourcedKanthocyaninKcouldKreplaceKsyntheticK
brilliantKblueZKScienceiAdvancesWK2021WKiWK 14.3 8

148 ‘nvarianceKprinciplesKinKtheKtheoryKandKcomputationKofKtransportKcoefficientsZKEuropeaniPhysicali
JournaliBWK2021WKkfWKchb 1.2 3

147 βwzeatlKsnKopenXsourceKenergyKfluxKcalculatorKforKtheKcomputationKofKheatXtransportKcoefficientsK
fromKfirstKprinciplesZKComputeriPhysicsiCommunicationsWK2021WKdhkWKcbjbkb 4.2 3

146 yaugeKxixingKforKzeatXTransportKSimulationsZKJournaliofiChemicaliTheoryiandiComputationWK2020WK
chWKeegdXeehd 6.4 6

145 zeatKTransportKinK‘nsulatorsKfromKsbK‘nitioKyreenX“uboKTheoryK2020WKjbkXjff 1

144 zeatKandKchargeKtransportKinKz−KatKiceXgiantKconditionsKfromKabKinitioKmolecularKdynamicsK
simulationsZKNatureiCommunicationsWK2020WKccWKehbg 17.4 8

143 −xidationKStatesWKThoulessâ��KαumpsWKandK—ontrivialK‘onicKTransportKinK—onstoichiometricK
wlectrolytesZKPhysicaliReviewiXWK2020WKcbWK 9.1 3

142 wlectronKenergyKlossKspectroscopyKofKbulkKgoldKwithKultrasoftKpseudopotentialsKandKtheK
”iouvilleX”anczosKmethodZKPhysicaliReviewiBWK2020WKcbdWK 3.3 1

141 βuantumKwSαRwSS−KtowardKtheKexascaleZKJournaliofiChemicaliPhysicsWK2020WKcgdWKcgfcbg 3.9 227

140 –odelingKheatKtransportKinKcrystalsKandKglassesKfromKaKunifiedKlatticeXdynamicalKapproachZKNaturei
CommunicationsWK2019WKcbWKejge 17.4 39

139 xastKhybridKdensityXfunctionalKcomputationsKusingKplaneXwaveKbasisKsetsZKElectroniciStructureWK2019WK
cWKbcgbbk 2.6 16

138 UnravelingKtheKmolecularKmechanismsKofKcolorKexpressionKinKanthocyaninsZKPhysicaliChemistryi
ChemicaliPhysicsWK2019WKdcWKjigiXjihh 3.6 10

137 TheoryKandK—umericalKSimulationKofKzeatKTransportKinK–ulticomponentKSystemsZKPhysicaliReviewi
LettersWK2019WKcddWKdggkbc 7.4 13

136 TopologicalKquantizationKandKgaugeKinvarianceKofKchargeKtransportKinKliquidKinsulatorsZKNaturei
PhysicsWK2019WKcgWKkhiXkid 16.2 14
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135 SpinKdynamicsKfromKtimeXdependentKdensityKfunctionalKperturbationKtheoryZKEuropeaniPhysicali
JournaliBWK2018WKkcWKc 1.2 7

134 zeatKTransportKinK‘nsulatorsKfromKsbK‘nitioKyreenX“uboKTheoryK2018WKcXeh 9

133 sbKinitioKstudyKofKelectronKenergyKlossKspectraKofKbulkKbismuthKupKtoKcbbKeVZKPhysicaliReviewiBWK
2017WKkgWK 3.3 4

132 sccurateKthermalKconductivitiesKfromKoptimallyKshortKmolecularKdynamicsKsimulationsZKScientifici
ReportsWK2017WKiWKcgjeg 4.9 28

131 –icroscopicKtheoryKandKquantumKsimulationKofKatomicKheatKtransportZKNatureiPhysicsWK2016WKcdWKjbXjf 16.2 63

130 SamplingK–olecularKuonformersKinKSolutionKwithKβuantumK–echanicalKsccuracyKatKaK—earlyK
–olecularX–echanicsKuostZKJournaliofiChemicaliTheoryiandiComputationWK2016WKcdWKfejgXk 6.4 14

129 –ultimodelKspproachKtoKtheK−pticalKαropertiesKofK–olecularKvyesKinKSolutionZKJournaliofiChemicali
TheoryiandiComputationWK2016WKcdWKffdeXk 6.4 10

128 yaugeK‘nvarianceKofKThermalKTransportKuoefficientsZKJournaliofiLowiTemperatureiPhysicsWK2016WKcjgWKikXjh1.3 19

127 SelfXconsistentKcontinuumKsolvationKforKopticalKabsorptionKofKcomplexKmolecularKsystemsKinK
solutionZKJournaliofiChemicaliPhysicsWK2015WKcfdWKbefccc 3.9 14

126 sccurateKandKinexpensiveKpredictionKofKtheKcolorKopticalKpropertiesKofKanthocyaninsKinKsolutionZK
JournaliofiPhysicaliChemistryiAWK2015WKcckWKejchXdd 2.8 28

125 −pticalKpropertiesKofKanthocyaninsKinKtheKgasKphaseZKChemicaliPhysicsiLettersWK2015WKhcjWKdfXdk 2.5 3

124
turboww”Sâ��sKcodeKforKtheKsimulationKofKtheKelectronKenergyKlossKandKinelasticKXXrayKscatteringK
spectraKusingKtheK”iouvilleâ��”anczosKapproachKtoKtimeXdependentKdensityXfunctionalKperturbationK
theoryZKComputeriPhysicsiCommunicationsWK2015WKckhWKfhbXfhk

4.2 23

123 spproximateKtreatmentKofKsemicoreKstatesKinKyWKcalculationsKwithKapplicationKtoKsuKclustersZK
JournaliofiChemicaliPhysicsWK2014WKcfbWKcdfcbc 3.9 5

122 turboTvvxTKdZbâ��zybridKfunctionalsKandKnewKalgorithmsKwithinKtimeXdependentKdensityXfunctionalK
perturbationKtheoryZKComputeriPhysicsiCommunicationsWK2014WKcjgWKdbjbXdbjk 4.2 43

121 wnergyXlevelKalignmentKinKorganicKdyeXsensitizedKTi−dKfromKyWKcalculationsZKJournaliofiChemicali
PhysicsWK2013WKcekWKbcfibk 3.9 43

120 wlectronKenergyKlossKandKinelasticKxXrayKscatteringKcrossKsectionsKfromKtimeXdependentK
densityXfunctionalKperturbationKtheoryZKPhysicaliReviewiBWK2013WKjjWK 3.3 19

119 sbsoluteKtransitionKratesKforKrareKeventsKfromKdynamicalKdecouplingKofKreactionKvariablesZKPhysicali
ReviewiLettersWK2012WKcbkWKcgbhbc 7.4 8

118 TheK”iouvilleX”anczosKspproachKtoKTimeXvependentKvensityXxunctionalKSαerturbationTKTheoryZK
LectureiNotesiiniPhysicsWK2012WKeigXekb 0.8 6

(2012-2018)
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117 ‘tinerantKferromagneticKphaseKofKtheKzubbardKmodelZKPhysicaliReviewiBWK2011WKjeWK 3.3 21

116 SurfaceKαrecursorsKandKReactionK–echanismsKforKtheKThermalKReductionKofKyrapheneKtasalK
SurfacesK−xidizedKbyKstomicK−xygenZKJournaliofiPhysicaliChemistryiCWK2011WKccgWKfiebXfiei 3.8 82

115 −xygenKdissociationKbyKconcertedKactionKofKdiXironKcentersKinKmetalXorganicKcoordinationKnetworksK
atKsurfaceslKmodelingKnonXhemeKironKenzymesZKNanoiLettersWK2011WKccWKgfcfXdb 11.5 60

114 vielectricKandKthermalKeffectsKonKtheKopticalKpropertiesKofKnaturalKdyeslKaKcaseKstudyKonKsolvatedK
cyaninZKJournaliofitheiAmericaniChemicaliSocietyWK2011WKceeWKcgfdgXee 16.4 46

113
turboTvvxTKâ��KsKcodeKforKtheKsimulationKofKmolecularKspectraKusingKtheK”iouvilleâ��”anczosKapproachK
toKtimeXdependentKdensityXfunctionalKperturbationKtheoryZKComputeriPhysicsiCommunicationsWK2011
WKcjdWKciffXcigf

4.2 133

112 scceleratingKyWKualculationsKwithK−ptimalKαolarizabilityKtasisK2011WKhcXij

111 eZKvensityXxunctionalKαerturbationKTheoryKforKβuasiXzarmonicKualculationsK2010WKekXgj 7

110 zarnessingKmolecularKexcitedKstatesKwithK”anczosKchainsZKJournaliofiPhysicsiCondensediMatterWK2010
WKddWKbifdbf 1.8 14

109 ReptationKquantumK–onteKuarloKalgorithmKforKlatticeKzamiltoniansKwithKaKdirectedXupdateKschemeZK
PhysicaliReviewiEWK2010WKjdWKbfhicb 2.4 11

108 –etallizationKofKtheKuhbaRhScbbTKinterfaceKrevealedKbyKvalenceKphotoelectronKspectroscopyKandK
densityKfunctionalKtheoryKcalculationsZKJournaliofiChemicaliPhysicsWK2010WKcedWKdeficb 3.9 4

107 yWKquasiparticleKspectraKfromKoccupiedKstatesKonlyZKPhysicaliReviewiBWK2010WKjcWK 3.3 155

106 −rderâ��disorderKphaseKboundaryKbetweenKiceKV‘‘KandKV‘‘‘KobtainedKbyKfirstKprinciplesZKChemicali
PhysicsiLettersWK2010WKfkkWKdehXdfb 2.5 30

105 ZeroXtemperatureKdynamicsKofKsolidKzfeKfromKquantumK–onteKuarloKsimulationsZKPhysicaliReviewiBWK
2009WKjbWK 3.3 8

104 TimeXdependentKdensityKfunctionalKtheoryKstudyKofKsquaraineKdyeXsensitizedKsolarKcellsZKChemicali
PhysicsiLettersWK2009WKfigWKfkXge 2.5 79

103 βUs—TU–KwSαRwSS−lKaKmodularKandKopenXsourceKsoftwareKprojectKforKquantumKsimulationsKofK
materialsZKJournaliofiPhysicsiCondensediMatterWK2009WKdcWKekggbd 1.8 13251

102 −ptimalKrepresentationKofKtheKpolarizationKpropagatorKforKlargeXscaleKyWKcalculationsZKPhysicali
ReviewiBWK2009WKikWK 3.3 95

101 –olecularKdesignKofKphotoactiveKacenesKforKorganicKphotovoltaicsZKJournaliofiChemicaliPhysicsWK2009
WKcebWKckfibc 3.9 18

100 sbKinitioKstudiesKofKstructuralKandKelectronicKpropertiesK2008WKciXgf 2
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99 sdsorptionKofKchlorineKonKsgScccTlK—oKsubsurfaceKulKatKlowKcoverageZKPhysicaliReviewiBWK2008WKijWK 3.3 33

98 wlectronicKstructureKofKsurfaceXsupportedKbisSphthalocyaninatoTKterbiumS‘‘‘TKsingleKmolecularK
magnetsZKNanoiLettersWK2008WKjWKeehfXj 11.5 165

97 sbKinitioKsimulationKofKphotoemissionKspectroscopyKinKsolidslKαlaneXwaveKpseudopotentialKapproachK
withKapplicationsKtoKnormalXemissionKspectraKofKuuSbbcTKandKuuScccTZKPhysicaliReviewiBWK2008WKiiWK 3.3 9

96 sctivatedKsdsorptionKofKwthyleneKonKstomicX−xygenXuoveredKsgScbbTKandKsgSdcbTlKKxormationKofK
anK−xametallacycleZKJournaliofiPhysicaliChemistryiCWK2008WKccdWKcbckXcbdi 3.8 17

95 TurboKchargingKtimeXdependentKdensityXfunctionalKtheoryKwithK”anczosKchainsZKJournaliofiChemicali
PhysicsWK2008WKcdjWKcgfcbg 3.9 207

94 zydrogenKandKcoordinationKbondingKsupramolecularKstructuresKofKtrimesicKacidKonKuuSccbTZKJournali
ofiPhysicaliChemistryiAWK2007WKcccWKcdgjkXhbe 2.8 107

93 uomputationalKspectroscopyKofKcarbonKmonoxideKisotopomersKinKheliumKclustersZKJournaliofi
PhysicaliChemistryiAWK2007WKcccWKihfbXg 2.8 26

92 UnravelingKexcitedKstatesKofKdopedKheliumKclustersZKJournaliofiPhysicaliChemistryiAWK2007WKcccWKcdifkXge2.8 4

91 Sixucâ��x−dKalloyslKsKpossibleKrouteKtoKstabilizeKcarbonXbasedKsilicaXlikeKsolidsqZKSolidiStatei
CommunicationsWK2007WKcffWKdieXdih 1.6 14

90 uharacterizingK‘nKandK—KimpuritiesKinKyassKfromKabKinitioKcomputerKsimulationKofKSccbTK
crossXsectionalKST–KimagesZKPhysicaliReviewiBWK2007WKigWK 3.3 5

89 –ethaneKdehydrogenationKonKRhruuScccTlKaKfirstXprinciplesKstudyKofKaKmodelKcatalystZKJournaliofi
theiAmericaniChemicaliSocietyWK2006WKcdjWKcdffjXgf 16.4 48

88 urossXsectionalKimagingKofKsharpKSiKinterlayersKembeddedKinKgalliumKarsenideZKAppliediPhysicsi
LettersWK2006WKjjWKbddccg 3.4 3

87 wfficientKapproachKtoKtimeXdependentKdensityXfunctionalKperturbationKtheoryKforKopticalK
spectroscopyZKPhysicaliReviewiLettersWK2006WKkhWKccebbc 7.4 166

86 ‘nteractionKofKhydrogenKwithKceriumKoxideKsurfaceslKaKquantumKmechanicalKcomputationalKstudyZK
JournaliofiPhysicaliChemistryiBWK2006WKccbWKckejbXg 3.4 77

85 vxTKstudyKofKaKweaklyKpiXbondedKudzfKonKoxygenXcoveredKsgScbbTZKJournaliofiPhysicaliChemistryiBWK
2006WKccbWKehiXih 3.4 18

84 –onitoringKtwoXdimensionalKcoordinationKreactionslKdirectedKassemblyKofKcoXterephthalateK
nanosystemsKonKsuScccTZKJournaliofiPhysicaliChemistryiBWK2006WKccbWKghdiXed 3.4 72

83 TamingKmultipleKvalencyKwithKdensityKfunctionalslKsKcaseKstudyKofKdefectiveKceriaZKPhysicaliReviewiBWK
2005WKicWK 3.3 347

82 xirstXprinciplesKcodesKforKcomputationalKcrystallographyKinKtheKβuantumXwSαRwSS−KpackageZK
ZeitschriftiFuriKristallographieiyiCrystallineiMaterialsWK2005WKddbWK 1 122

(2005-2008)
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81 wlectronicKandKatomisticKstructuresKofKcleanKandKreducedKceriaKsurfacesZKJournaliofiPhysicali
ChemistryiBWK2005WKcbkWKddjhbXi 3.4 314

80 ReplyKtoKâ��uommentKonKâ��TamingKmultipleKvalencyKwithKdensityKfunctionalslKsKcaseKstudyKofKdefectiveK
ceriaRKâ��ZKPhysicaliReviewiBWK2005WKidWK 3.3 161

79 −nXsurfaceKandKsubXsurfaceKoxygenKadsorptionKonKsgSdcbTlKVibrationalKpropertiesZKSurfaceiScienceWK
2005WKgjiWKgbXgf 1.8 10

78 uomputationalKspectroscopyKofKdopedKzeKclustersZKComputeriPhysicsiCommunicationsWK2005WKchkWKfbfXfbi4.2 18

77 uharacterizationKofKSiXdopedKyassKcrossXsectionalKsurfacesKviaKabKinitioKsimulationsZKPhysicaliReviewi
BWK2005WKidWK 3.3 13

76 uomputerKsimulationKofKquantumKmeltingKinKhydrogenKclustersZKChemPhysChemWK2005WKhWKcjjfXj 3.2 30

75 TemplatedKgrowthKofKmetalXorganicKcoordinationKchainsKatKsurfacesZKAngewandteiChemieiyi
InternationaliEditionWK2005WKffWKhcfdXg 16.4 118

74 wnergeticallyKdrivenKreorganizationKofKaKmodifiedKcatalyticKsurfaceKunderKreactionKconditionsZK
JournaliofitheiAmericaniChemicaliSocietyWK2005WKcdiWKdegcXi 16.4 27

73 uomputationalKspectroscopyKofKheliumXsolvatedKmoleculeslKeffectiveKinertiaWKfromKsmallKzeKclustersK
towardKtheKnanodropletKregimeZKJournaliofiChemicaliPhysicsWK2005WKcdeWKccfebh 3.9 57

72 SpinXflopKorderingKfromKfrustratedKferroXKandKantiferromagneticKinteractionslKaKcombinedK
theoreticalKandKexperimentalKstudyKofKaK–naxeScbbTKmonolayerZKPhysicaliReviewiLettersWK2005WKkgWKccidbc7.4 26

71 vensityXxunctionalKαerturbationKTheoryK2005WKckgXdcf 9

70 snomalousKpressureXinducedKtransitionSsTKinKiceKX‘ZKPhysicaliReviewiLettersWK2004WKkdWKcbggbd 7.4 35

69 sdsorptionKofKethyleneKonKsteppedKsgSTKsurfacesZKSurfaceiScienceWK2004WKghhXghjWKcbcjXcbde 1.8 15

68 wngineeringKtheKreactivityKofKmetalKcatalystslKaKmodelKstudyKofKmethaneKdehydrogenationKonK
RhScccTZKJournaliofitheiAmericaniChemicaliSocietyWK2004WKcdhWKchiedXe 16.4 63

67 RotationalKdynamicsKofKu−KsolvatedKinKsmallKzeKclusterslKaKquantumK–onteKuarloKstudyZKJournaliofi
ChemicaliPhysicsWK2004WKcdbWKkbicXh 3.9 45

66 −xygenKvibrationsKinK−â��sgSbKbKcTZKSurfaceiScienceWK2003WKgebWKdhXeh 1.8 13

65 uoXadsorptionKofKethyleneKandKoxygenKonKtheKsgSbbcTKsurfaceZKSurfaceiScienceWK2003WKgedXgegWKckcXcki 1.8 14

64 StructureWKrotationalKdynamicsWKandKsuperfluidityKofKsmallK−uSXdopedKzeKclustersZKPhysicaliReviewi
LettersWK2003WKkbWKcfefbc 7.4 104
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63 TheK‘nteractionKofKwthyleneKwithKαerfectKandKvefectiveKsgSbbcTKSurfacesZKJournaliofiPhysicali
ChemistryiBWK2002WKcbhWKkjekXkjfh 3.4 43

62 sdsorptionKofKatomicKoxygenKonKsgSTlKaKstudyKbasedKonKdensityXfunctionalKtheoryZKSurfaceiScienceWK
2002WKgbcWKcjdXckb 1.8 42

61 αhononsKandKrelatedKcrystalKpropertiesKfromKdensityXfunctionalKperturbationKtheoryZKReviewsiofi
ModerniPhysicsWK2001WKieWKgcgXghd 40.5 5812

60 xirstKprinciplesKthermoelasticityKofK–gSi−eXperovskitelKuonsequencesKforKtheKinferredKpropertiesKofK
theKlowerKmantleZKGeophysicaliResearchiLettersWK2001WKdjWKdhkkXdibd 4.9 49

59 −xygenKselfXdiffusionKinKalphaXquartzZKPhysicaliReviewiLettersWK2001WKjhWKfghfXi 7.4 56

58 wffectsKofKisotopicKdisorderKonKtheKRamanKspectraKofKcrystalslKTheoryKandKabKinitioKcalculationsKforK
diamondKandKgermaniumZKPhysicaliReviewiBWK2000WKhcWKkejiXkekd 3.3 18

57 –agnonsKinKrealKmaterialsKfromKdensityXfunctionalKtheoryZKPhysicaliReviewiBWK2000WKhcWKRhfgkXRhfhd 3.3 85

56 wffectsKofKisotopicKdisorderKonKtheKRamanKspectraKofKcrystalslKtheoryKandKabKinitioKcalculationsKforK
diamondKandKgermaniumZKComputationaliMaterialsiScienceWK2000WKciWKekgXekk 3.2 7

55
ThermodynamicKpropertiesKandKlatticeKdynamicsKofKsilverKatKhighKpressurelKsKfirstXprinciplesKstudyZK
TheiPhilosophicaliMagazine:iPhysicsiofiCondensediMatteriBwiStatisticaliMechanicswiElectronicwiOpticali
andiMagneticiPropertiesWK1999WKikWKkccXkck

15

54 ReptationKβuantumK–onteKuarlolKsK–ethodKforKUnbiasedKyroundXStateKsveragesKandK
‘maginaryXTimeKuorrelationsZKPhysicaliReviewiLettersWK1999WKjdWKfifgXfifj 7.4 184

53 wffectsKofKdisorderKonKtheKopticalKgapKofKSZnW–gTSSWSeTZKAppliediPhysicsiLettersWK1999WKigWKdifhXdifj 3.4 13

52 zighXpressureKthermalKexpansionWKbulkKmodulusWKandKphononKstructureKofKdiamondZKPhysicaliReviewi
BWK1999WKhbWKkfffXkffk 3.3 70

51 TemperatureXdependentKsurfaceKrelaxationsKofKsgScccTZKPhysicaliReviewiBWK1999WKgkWKkibXkif 3.3 53

50 TheKreconstructionKofKnickelKandKrhodiumKSbbcTKsurfacesKuponKcarbonWKnitrogenKorKoxygenK
adsorptionsZKSurfaceiScienceWK1999WKfeiWKcjXdj 1.8 36

49 xirstXprinciplesKcalculationKofKtheKthermalKpropertiesKofKsilverZKPhysicaliReviewiBWK1999WKgkWKkhgXkhk 3.3 109

48 ReptationKβuantumK–onteKuarloK1999WKeceXefc 8

47 ˛–nXp˛†KphaseKtransitionKinKtinlKsKtheoreticalKstudyKbasedKonKdensityXfunctionalKperturbationKtheoryZK
PhysicaliReviewiBWK1998WKgiWKcbfdcXcbfde 3.3 86

46 vynamicalXchargeKneutralityKatKaKcrystalKsurfaceZKPhysicaliReviewiBWK1998WKgiWKgifdXgifg 3.3 16

(1998-2002)
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45 VibrationalKbroadeningKofKxXrayKemissionKspectralKsKfirstXprinciplesKstudyKonKdiamondZKPhysicali
ReviewiBWK1997WKggWKkhfkXkhgj 3.3 19

44 zighKαressureK”atticeK‘nstabilitiesKandKStructuralKαhaseKTransformationsKinKSolidsKfromKsbX‘nitioK
”atticeKvynamicsZKMaterialsiResearchiSocietyiSymposiaiProceedingsWK1997WKfkkWKdee 1

43 TheKsurfaceKchemistryKofKmetalXoxygenKinteractionslKaKfirstXprinciplesKstudyKofK−lRhSccbTZKSurfacei
ScienceWK1997WKeibWKchhXcij 1.8 33

42 TheKstructureKandKphaseKstabilityKofKu−KadsorbatesKonKRhSccbTZKSurfaceiScienceWK1997WKejdWK”hhhX”hic 1.8 8

41 TheoryKofKtheKsnomalousKRayleighKvispersionKatKzaWSccbTKSurfacesZKPhysicaliReviewiLettersWK1996WK
iiWKdfkcXdfkf 7.4 50

40 TheKphononKspectraKofK”izKandK”ivKfromKdensityXfunctionalKperturbationKtheoryZKSolidiStatei
CommunicationsWK1996WKkjWKdbeXdbi 1.6 30

39 ‘nssayaSbSbbcTKvalenceXbandKoffsetlK‘ndependenceKofKinterfaceKcompositionKandKstrainZKAppliedi
PhysicsiLettersWK1996WKhkWKedcjXeddb 3.4 12

38 zighXpressureKlowXsymmetryKphasesKofKcesiumKhalidesZKPhysicaliReviewiBWK1995WKgcWKjbhbXjbhj 3.3 22

37 snharmonicKαhononK”ifetimesKinKSemiconductorsKfromKvensityXxunctionalKαerturbationKTheoryZK
PhysicaliReviewiLettersWK1995WKigWKcjckXcjdd 7.4 270

36 vensityXfunctionalKtheoryKofKtheKdielectricKconstantlKyradientXcorrectedKcalculationKforKsiliconZK
PhysicaliReviewiBWK1994WKfkWKgedeXgedj 3.3 81

35 tulkKandKinterfacialKstrainKinKSiayeKheterostructuresZKPhysicaliReviewiBWK1994WKfkWKifkbXifkj 3.3 22

34 StructureKandKphaseKstabilityKofKyax‘ncXxαKsolidKsolutionsKfromKcomputationalKalchemyZKPhysicali
ReviewiLettersWK1994WKidWKfbbcXfbbf 7.4 56

33 VibrationalKandKdielectricKpropertiesKofKuhbKfromKdensityXfunctionalKperturbationKtheoryZKJournaliofi
ChemicaliPhysicsWK1994WKcbbWKjgeiXjgek 3.9 150

32 vependenceKofKtheKcrystalKlatticeKconstantKonKisotopicKcompositionlKTheoryKandKabKinitioK
calculationsKforKuWKSiWKandKyeZKSolidiStateiCommunicationsWK1994WKkbWKdkgXdki 1.6 81

31 ThirdXorderKdensityXfunctionalKperturbationKtheorylKsKpracticalKimplementationKwithKapplicationsKtoK
anharmonicKcouplingsKinKSiZKSolidiStateiCommunicationsWK1994WKkcWKjceXjch 1.6 41

30 —onlinearKpiezoelectricityKinKudTeZKPhysicaliReviewiBWK1993WKfiWKchdgdXchdgh 3.3 41

29 sbKinitioKcalculationKofKtheKbandKoffsetKatKstrainedKyassa‘nssKSbbcTKheterojunctionsZKPhysicaliReviewi
BWK1993WKfjWKcihbiXcihcb 3.3 35

28 suxiliaryXfieldKquantumK–onteKuarloKcalculationsKforKsystemsKwithKlongXrangeKrepulsiveK
interactionsZKPhysicaliReviewiLettersWK1993WKicWKccfjXccgc 7.4 28
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27 sbKinitioKcalculationKofKphononKdispersionsKinK‘‘XV‘KsemiconductorsZKPhysicaliReviewiBWK1993WKfiWKegjjXegkd3.3 196

26 αhononKsofteningKandKhighXpressureKlowXsymmetryKphasesKofKcesiumKiodideZKPhysicaliReviewiLetters
WK1992WKhkWKcbhkXcbid 7.4 27

25 wffectsKofKdisorderKonKtheKRamanKspectraKofKyassaslssKsuperlatticesZKPhysicaliReviewiBWK1992WKfgWKfdjbXfdjj3.3 87

24 wffectsKofKdisorderKonKtheKvibrationalKpropertiesKofKSiyeKalloyslKxailureKofKmeanXfieldK
approximationsZKPhysicaliReviewiLettersWK1992WKhkWKckgkXckhd 7.4 38

23 stomicKintermixingKinKshortKperiodKyassaslssKsuperlatticesZKSurfaceiScienceWK1992WKdhiWKcicXcig 1.8 24

22 VibrationalKpropertiesKofKisolatedKslssKmonolayersKembeddedKinKyasslKaKtheoreticalKstudyKofKtheK
effectsKofKdisorderZKAppliediSurfaceiScienceWK1992WKghXgjWKhciXhdc 6.7

21 StructureKandKThermodynamicsKofKSiyeKslloysKfromKuomputationalKslchemyK1992WKceeXcfk 0

20 TuningKbandKoffsetsKatKsemiconductorKinterfacesKbyKintralayerKdepositionZKPhysicaliReviewiBWK1991WK
feWKiefiXiegb 3.3 98

19 StructureKandKthermodynamicsKofKSixyecXxKalloysKfromKabKinitioK–onteKuarloKsimulationsZKPhysicali
ReviewiLettersWK1991WKhhWKdcchXdcck 7.4 144

18 sbKinitioKcalculationKofKphononKdispersionsKinKsemiconductorsZKPhysicaliReviewiBWK1991WKfeWKidecXidfd 3.3 1348

17 αhononKspectraKofKultrathinKyassaslssKsuperlatticeslKsnKabKinitioKcalculationZKPhysicaliReviewiBWK
1990WKfcWKejibXejie 3.3 110

16 αhononKdispersionsKinKyaxslcXxssKalloysZKPhysicaliReviewiLettersWK1990WKhgWKjfXji 7.4 104

15 wlectronicKstructureKofK‘nαayabZfi‘nbZgessKinterfacesZKPhysicaliReviewiBWK1990WKfcWKcdcbhXcdccb 3.3 38

14 TheoryKofKbandKoffsetsKatKsemiconductorKheterojunctionslKsnKabXinitioKlinearKresponseKapproachZK
SuperlatticesiandiMicrostructuresWK1989WKhWKecXei 2.8 21

13 TheoreticalKstudyKofKcubicKversusKtetragonalKstructuresKofKdefectKzincXblendeKsemiconductorslK
ud‘ndSefZKPhysicaliReviewiBWK1989WKfbWKcidgXciec 3.3 23
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