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166 zatureHofHtheHbandHgapHofHunZ{[HrevealedHbyHfirstUprinciplesHcalculationsHandHxUrayHspectroscopyVH
PhysicalhReviewhLettersTH2008THYXXTHYab]XZ 7.4 498

165 tybridHfunctionalsHappliedHtoHrareUearthHoxideseH”heHexampleHofHceriaVHPhysicalhReviewhBTH2007THb_TH 3.3 461

164 pensityUfunctionalHcalculationsHofHtheHstructureHofHnearUsurfaceHoxygenHvacanciesHandHelectronH
localizationHonHoe{ZPYYYQVHPhysicalhReviewhLettersTH2009THYXZTHXZaYXY 7.4 442

163 ”heoreticalHdescriptionHofHcarrierHmediatedHmagnetismHinHcobaltHdopedHZn{VHPhysicalhReviewhLetters
TH2008THYXXTHZ_a]XY 7.4 240

162 {riginsHofHbandUgapHrenormalizationHinHdegeneratelyHdopedHsemiconductorsVHPhysicalhReviewhBTH
2008THbcTH 3.3 235

161 oonvergedHpropertiesHofHcleanHmetalHsurfacesHbyHallUelectronHfirstUprinciplesHcalculationsVHSurfaceh
ScienceTH2006THaXXTHbX[UbY_ 1.8 225

160 pensityHfunctionalHtheoryHinvestigationHofH[dTH]dTHandH_dHY[UatomHmetalHclustersVHPhysicalhReviewhBTH
2010THcYTH 3.3 180

159 RevisedHabHinitioHnaturalHbandHoffsetsHofHallHgroupHu°THuuU°uTHandHuuuU°HsemiconductorsVHAppliedhPhysicsh
LettersTH2009THd]THZYZYXd 3.4 162

158 “pinUorbitHcouplingHandHionHdisplacementsHinHmultiferroicH”byn{[VHPhysicalhReviewhLettersTH2008TH
YXYTHX[bZXd 7.4 158

157 mdsorptionHofH×eHatomsHonHmetalHsurfaceseHnewHinsightsHfromHfirstUprinciplesHcalculationsVHPhysicalh
ReviewhLettersTH2003THdXTHXaaYX] 7.4 158

156 unsightsHintoHtheHstructureHofHtheHstableHandHmetastableHPse”eQmP“bZ”e[QnHcompoundsVHPhysicalh
ReviewhBTH2008THbcTH 3.3 147

155 oohesiveHpropertiesHofHgroupUuuuHnitrideseHmHcomparativeHstudyHofHallUelectronHandHpseudopotentialH
calculationsHusingHtheHgeneralizedHgradientHapproximationVHPhysicalhReviewhBTH2002THa_TH 3.3 118

154 {pticalHpropertiesHofHpseudobinaryHse”eTHseZ“bZ”e_THse“bZ”e]THse“b]”ebTHandH“bZ”e[HfromH
ellipsometryHandHdensityHfunctionalHtheoryVHPhysicalhReviewhBTH2009THcXTH 3.3 110

153 qffectHofHcopassivationHofHolHandHouHonHod”eHgrainHboundariesVHPhysicalhReviewhLettersTH2008THYXYTHY___XY7.4 95

152 qlectronicHstructureHofHunZ{[HandH“nUdopedHunZ{[HbyHhardHxUrayHphotoemissionHspectroscopyVH
PhysicalhReviewhBTH2010THcYTH 3.3 94

151 ×eHadsorptionHonHmetalHsurfaceseHrirstUprinciplesHinvestigationsVHPhysicalhReviewhBTH2005THbZTH 3.3 90

150
qthanolHandH·aterHmdsorptionHonHoloseU}ackedH[dTH]dTHandH_dH”ransitionUyetalH“urfaceseHmHpensityH
runctionalH”heoryHunvestigationHwithHvanHderH·aalsHoorrectionVHJournalhofhPhysicalhChemistryhCTH
2012THYYaTHZ]ad_UZ]bX_
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149 oommentHonHâ��”amingHmultipleHvalencyHwithHdensityHfunctionalseHmHcaseHstudyHofHdefectiveHceriaâ��VH
PhysicalhReviewhBTH2005THbZTH 3.3 81

148 unterplayHbetweenH{rderHandHpisorderHinHtheHtighH}erformanceHofHmmorphousH”ransparentH
oonductingH{xidesVHChemistryhofhMaterialsTH2009THZYTH_YYdU_YZ] 9.6 80

147 RevisedHbasinUhoppingHyonteHoarloHalgorithmHforHstructureHoptimizationHofHclustersHandH
nanoparticlesVHJournalhofhChemicalhInformationhandhModelingTH2013TH_[THZZcZUdc 6.1 79

146 ”heHroleHofHchargeHstatesHinHtheHatomicHstructureHofHouPnQHandH}tPnQHPnHhHZUY]HatomsQHclusterseHaHpr”H
investigationVHJournalhofhPhysicalhChemistryhATH2014THYYcTHYXcY[UZY 2.8 77

145
qvolutionHofHtheHstructuralTHenergeticTHandHelectronicHpropertiesHofHtheH[dTH]dTHandH_dH
transitionUmetalHclustersHP[XH”yHsystemsHforHnHhHZUY_QeHaHdensityHfunctionalHtheoryHinvestigationVH
PhysicalhChemistryhChemicalhPhysicsTH2017THYdTHY_]c]UY__XZ

3.6 74

144 {riginHofHelectronicHandHopticalHtrendsHinHternaryHunZ{[PZn{QnHtransparentHconductingHoxidesH
PnhYT[T_QeHtybridHdensityHfunctionalHtheoryHcalculationsVHPhysicalhReviewhBTH2009THbdTH 3.3 73

143 qffectiveHcoordinationHconceptHappliedHforHphaseHchangeHPse”eQmP“bZ”e[QnHcompoundsVHJournalhofh
AppliedhPhysicsTH2011THYXdTHXZ[_XZ 2.5 72

142 “tabilityHofHtheHoeZ{[HphaseseHmHpr”S–HinvestigationVHPhysicalhReviewhBTH2007THbaTH 3.3 70

141 “trainHrelaxationHandHbandUgapHtunabilityHinHternaryHunxsaYâ��xzHnanowiresVHPhysicalhReviewhBTH2008TH
bcTH 3.3 67

140 RulesHofHstructureHformationHforHtheHhomologousHuny{[PZn{QnHcompoundsVHPhysicalhReviewhLetters
TH2008THYXXTHZ___XY 7.4 59

139
”heoreticalH“tudyHofHtheH“tructuralTHqnergeticTHandHqlectronicH}ropertiesHofH__UmtomHyetalH
zanoclusterseHmHpr”HunvestigationHwithinHvanHderH·aalsHoorrectionsTH“pinâ��{rbitHoouplingTHandH
}nqS–HofH]ZHyetalH“ystemsVHJournalhofhPhysicalhChemistryhCTH2016THYZXTHZcc]]UZcc_a

3.8 59

138 rormationHofHtheHceriumHorthovanadateHoe°{]eHpr”S–HstudyVHPhysicalhReviewhBTH2007THbaTH 3.3 56

137 “tabilityHandHelectronicHstructuresHofHoux”eVHAppliedhPhysicshLettersTH2007THdYTHXdYdXZ 3.4 54

136 }latinumUnasedHzanoalloysH}tn”y__â��nHP”yHhHooTHRhTHmuQeHmHpensityHrunctionalH”heoryH
unvestigationVHJournalhofhPhysicalhChemistryhCTH2012THYYaTHYc][ZUYc][d 3.8 53

135 “tructureTHqlectronicTHandHyagneticH}ropertiesHofHninaryH}tn”y__â��nHP”yHhHreTHooTHziTHouTHZnQH
zanoclusterseHmHpensityHrunctionalH”heoryHunvestigationVHJournalhofhPhysicalhChemistryhCTH2015THYYdTHY_aadUY_abd3.8 51

134 mllUelectronHfirstUprinciplesHcalculationsHofHcleanHsurfaceHpropertiesHofHlowUyillerUindexHmlHsurfacesVH
PhysicalhReviewhBTH2005THbYTH 3.3 51

133 ReconstructionHofHcoreHandHsurfaceHnanoparticleseH”heHexampleHofH}t__HandHmu__VHPhysicalhReviewhB
TH2010THcZTH 3.3 50

132 ”rendsHinHadsorptionHofHnobleHgasesHteTHzeTHmrTHwrTHandH×eHonH}dPYYYQP[ˆ�[QR[X´°eHmllUelectronH
densityUfunctionalHcalculationsVHPhysicalhReviewhBTH2008THbbTH 3.3 50
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131 ”heoryHofHnitrideHoxideHadsorptionHonHtransitionHmetalHPYYYQHsurfaceseHaHfirstUprinciplesH
investigationVHPhysicalhChemistryhChemicalhPhysicsTH2010THYZTHZ]_dUbX 3.6 49

130 mllUelectronHfirstUprinciplesHinvestigationsHofHtheHenergeticsHofHvicinalHouHsurfacesVHPhysicalhReviewhBTH
2006THb[TH 3.3 48

129 qstablishingHaHxinkHbetweenH·ellU{rderedH}tPYXXQH“urfacesHandHRealH“ystemseHtowHpoHRandomH
“uperficialHpefectsHunfluenceHtheHqlectroUoxidationHofHslycerolkVHACShCatalysisTH2015TH_TH]ZZbU]Z[a 13.1 44

128 {pticalHpropertiesHofHPse”eTH“bZ”e[QHpseudobinaryHthinHfilmsHstudiedHwithHspectroscopicH
ellipsometryVHAppliedhPhysicshLettersTH2008THd[THXZYdY] 3.4 44

127 pensityHfunctionalHtheoryHstudyHofHtheHenergeticsTHelectronicHstructureTHandHcoreUlevelHshiftsHofHz{H
adsorptionHonHtheH}tPYYYQHsurfaceVHPhysicalhReviewhBTH2009THbdTH 3.3 43

126 yultiUcomponentHtransparentHconductingHoxideseHprogressHinHmaterialsHmodellingVHJournalhofh
PhysicshCondensedhMatterTH2011THZ[TH[[]ZYX 1.8 39

125 QuantumHyonteHoarloHstudyHofHsmallHaluminumHclustersHmlnHPnhZâ��Y[QVHPhysicalhReviewhBTH2012THc_TH 3.3 39

124 ”heHroleHofHelectronHlocalizationHinHtheHatomicHstructureHofHtransitionUmetalHY[UatomHclusterseHtheH
exampleHofHooY[THRhY[THandHtfY[VHPhysicalhChemistryhChemicalhPhysicsTH2011THY[THYbZ]ZUc 3.6 38

123 srapheneUsupportedHsmallHtransitionUmetalHclusterseHmHdensityHfunctionalHtheoryHinvestigationH
withinHvanHderH·aalsHcorrectionsVHPhysicalhReviewhBTH2017THd_TH 3.3 36

122 ”heHroleHofHchargeHtransferHinHtheHoxidationHstateHchangeHofHoeHatomsHinHtheH”yY[Uoe{ZPYYYQH
systemsHP”yHhH}dTHmgTH}tTHmuQeHaHpr”HSH–HinvestigationVHPhysicalhChemistryhChemicalhPhysicsTH2015THYbTHY[_ZXU[X3.6 35

121 “tructuralHformationHofHbinaryH}touHclusterseHmHdensityHfunctionalHtheoryHinvestigationVH
ComputationalhMaterialshScienceTH2015THdcTHZbcUZca 3.2 34

120 mdsorptionHofHRhTH}dTHurTHandH}tHonHtheHmuPYYYQHandHouPYYYQH“urfaceseHmHpensityHrunctionalH”heoryH
unvestigationVHJournalhofhPhysicalhChemistryhCTH2014THYYcTHYdX_YUYdXaY 3.8 34

119 rirstUprinciplesHinvestigationHofHtheHmultilayerHrelaxationHofHsteppedHouHsurfacesVHPhysicalhReviewhBTH
2004THadTH 3.3 34

118 oomparativeHstudyHofHvanHderH·aalsHcorrectionsHtoHtheHbulkHpropertiesHofHgraphiteVHJournalhofh
PhysicshCondensedhMatterTH2015THZbTH]Y__XZ 1.8 32

117 tybridHdensityHfunctionalHstudyHofHsmallHRhnHPnhZâ��Y_QHclustersVHPhysicalhReviewhBTH2012THcaTH 3.3 32

116 qthanolHandH·aterHmdsorptionHonH”ransitionUyetalHY[UmtomHolusterseHmHpensityHrunctionalH”heoryH
unvestigationHwithinHvanHderH·aalsHoorrectionsVHJournalhofhPhysicalhChemistryhATH2016THYZXTH]Z[YU]X 2.8 31

115 slycerolHmdsorptionHonH}latinumH“urfaceseHmHpensityHrunctionalH”heoryHunvestigationHwithHvanHderH
·aalsHoorrectionsVHJournalhofhPhysicalhChemistryhCTH2014THYYcTHY_Z_YUY_Z_d 3.8 31

114 towHdoHrandomHsuperficialHdefectsHinfluenceHtheHelectroUoxidationHofHglycerolHonH}tPYYYQHsurfaceskVH
PhysicalhChemistryhChemicalhPhysicsTH2016THYcTHZ__cZUZ__dY 3.6 30
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113 mtomicHstructureHofHunZ{[â��Zn{HsystemsVHAppliedhPhysicshLettersTH2007THdXTHZaYdX] 3.4 30

112 ”heoreticalHunvestigationHofH“mallH”ransitionUyetalHolustersH“upportedHonHtheHoe{ZPYYYQH“urfaceVH
JournalhofhPhysicalhChemistryhCTH2014THYYcTHZY][cUZY]]a 3.8 29

111 mdsorptionHofHz{HonHtheHRhY[TH}dY[THurY[THandH}tY[HolusterseHmHpensityHrunctionalH”heoryH
unvestigationVHJournalhofhPhysicalhChemistryhCTH2012THYYaTHZX_]XUZX_]d 3.8 29

110 qncapsulationHofHsmallHmagneticHclustersHinHfullereneHcageseHmHdensityHfunctionalHtheoryH
investigationHwithinHvanHderH·aalsHcorrectionsVHPhysicalhReviewhBTH2012THc_TH 3.3 29

109 nulkHstructuresHofH}t{HandH}t{ZHfromHdensityHfunctionalHcalculationsVHPhysicalhReviewhBTH2011THc]TH 3.3 29

108 mtomisticHoriginsHofHtheHphaseHtransitionHmechanismHinHseZ“bZ”e_VHJournalhofhAppliedhPhysicsTH2009TH
YXaTHYY[_Xd 2.5 28

107 ”heoreticalHinvestigationHofHatomicHandHelectronicHstructuresHofHsaZ{[PZn{QaVHPhysicalhReviewhBTH
2009THcXTH 3.3 26

106 oomparisonHofHtheH}erformanceHofHvanHderH·aalsHpispersionHrunctionalsHinHtheHpescriptionHofH
·aterHandHqthanolHonH”ransitionHyetalH“urfacesVHJournalhofhPhysicalhChemistryhCTH2018THYZZTHY_bbUY_cc 3.8 25

105 ”heHyackayU”ypeHolusterH[ouHmlH]PopRQHeH{penU“hellHabUqlectronH“uperatomHwithHqmergingH
yetalUxikeHqlectronicH“tructureVHAngewandtehChemiehyhInternationalhEditionTH2018TH_bTHY]a[XUY]a[] 16.4 25

104 pensityHrunctionalHunvestigationHofHtheHmdsorptionHofHqthanolâ��·aterHyixtureHonHtheH}tPYYYQH
“urfaceVHJournalhofhPhysicalhChemistryhCTH2013THYYbTHYad]ZUYad_Z 3.8 25

103 zatureHofH×enonHadsorptionHonHgraphiteeH{nUtopHversusHhollowHsiteHpreferenceVHPhysicalhReviewhBTH
2007THbaTH 3.3 25

102 mdsorptionHofHwaterHandHethanolHonHnobleHandHtransitionUmetalHsubstrateseHaHdensityHfunctionalH
investigationHwithinHvanHderH·aalsHcorrectionsVHPhysicalhChemistryhChemicalhPhysicsTH2016THYcTHZd_ZaUZd_[a3.6 25

101
”heoreticalHunvestigationHofHtheHmdsorptionH}ropertiesHofHo{THz{THandH{tHonHyonometallicHandH
nimetallicHY[UmtomHolusterseH”heHqxampleHofHouY[TH}tbouaTHandH}tY[VHJournalhofhPhysicalhChemistryh
ATH2015THYYdTHYY_a_Ub[

2.8 24

100 ”ransitionUmetalHY[UatomHclustersHassessedHwithHsolidHandHsurfaceUbiasedHfunctionalsVHJournalhofh
ChemicalhPhysicsTH2011THY[]THY[]YX_ 3.9 24

99 rerrimagneticHreUdopedHsazeHmnHunusualHmagneticHphaseHinHdiluteHmagneticHsemiconductorsVH
PhysicalhReviewhBTH2009THbdTH 3.3 24

98 mbHinitioHinvestigationHofHstructuralHstabilityHandHexfoliationHenergiesHinHtransitionHmetalH
dichalcogenidesHbasedHonH”iUTH°UTHandHyoUgroupHelementsVHPhysicalhReviewhMaterialsTH2019TH[TH 3.2 24

97 RoleHofHvanHderH·aalsHcorrectionsHforHtheH}t×ZHP×h{TH“TH“eQHcompoundsVHPhysicalhReviewhBTH2013THccTH 3.3 23

96 –nderstandingHtheHcleanHinterfaceHbetweenHcovalentH“iHandHionicHmlZ{[VHPhysicalhReviewhLettersTH
2009THYX[THYYaYXY 7.4 20
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95
mbHinitioHinvestigationHofHtheHatomisticHdescriptorsHinHtheHactivationHofHsmallHmoleculesHonH[dH
transitionUmetalHY[UatomHclusterseH”heHexampleHofHtTHo{THt{THandHo{VHJournalhofhChemicalhPhysicsTH
2019THY_YTHZY][XY

3.9 19

94
}hysicalHandHohemicalH}ropertiesHofH–nsupportedHPy{ZQnHolustersHforHyHhH”iTHZrTHorHoeHandHnHhHYâ��Y_eH
mHpensityHrunctionalH”heoryH“tudyHoombinedHwithHtheH”reeUsrowthH“chemeHandHquclideanH
“imilarityHpistanceHmlgorithmVHJournalhofhPhysicalhChemistryhCTH2018THYZZTHZbbXZUZbbYZ

3.8 19

93 ”heHroleHofHtheHo{HadsorptionHonH}tHmonolayersHsupportedHonHflatHandHsteppedHmuHsurfaceseHaH
densityHfunctionalHinvestigationVHRSChAdvancesTH2014TH]THdZ]bUdZ_] 3.7 18

92 oorrelationHbetweenHtheHelectronicHstructuresHandHdiffusionHpathsHofHinterstitialHdefectsHinH
semiconductorseH”heHcaseHofHod”eVHPhysicalhReviewhBTH2014THdXTH 3.3 18

91 RoleHofHatomicHradiusHandHdUstatesHhybridizationHinHtheHstabilityHofHtheHcrystalHstructureHofHyZ{[H
PyhmlTHsaTHunQHoxidesVHPhysicalhReviewhBTH2014THdXTH 3.3 18

90 ”rendHforHtheHmultilayerHrelaxationHsequenceHofHsteppedHouHsurfacesVHPhysicalhReviewhBTH2004THbXTH 3.3 18

89
mbHunitioHunvestigationHofHmtomisticHunsightsHintoHtheHzanoflakeHrormationHofH”ransitionUyetalH
pichalcogenideseH”heHqxamplesHofHyo“ZTHyo“eZTHandHyo”eZVHJournalhofhPhysicalhChemistryhCTH2018TH
YZZTHZbX_dUZbXad

3.8 18

88 pensityHfunctionalHtheoryHandHabHinitioHmolecularHdynamicsHstudyHofHz{HadsorptionHonH}dPYYYQHandH
}tPYYYQHsurfacesVHPhysicalhReviewhBTH2010THcYTH 3.3 15

87 yachineHxearningH}redictionHofHzineHyolecularH}ropertiesHnasedHonHtheH“yuxq“HRepresentationHofH
theHQydHQuantumUohemistryHpatasetVHJournalhofhPhysicalhChemistryhATH2020THYZ]THdc_]Udcaa 2.8 15

86
”heHRoleHofHxowUooordinatedH“itesHonHtheHmdsorptionHofHslycerolHonHpefectedH}tnW}tPYYYQH
“ubstrateseHmHpensityHrunctionalHunvestigationHwithinHtheHp[HvanHderH·aalsHoorrectionVHJournalhofh
PhysicalhChemistryhCTH2017THYZYTH[]]_U[]_]

3.8 13

85 mbHinitioHinvestigationHofHquantumHsizeHeffectsHonHtheHadsorptionHofHo{THo{THt{THandHtHonH
transitionUmetalHparticlesVHPhysicalhChemistryhChemicalhPhysicsTH2020THZZTHcddcUdXXc 3.6 13

84 mHcomprehensiveHstudyHofHgUfactorsTHelasticTHstructuralHandHelectronicHpropertiesHofHuuuU°H
semiconductorsHusingHhybridUdensityHfunctionalHtheoryVHJournalhofhAppliedhPhysicsTH2018THYZ[THXa_bXZ 2.5 13

83 {riginHofHandHtuningHtheHopticalHandHfundamentalHbandHgapsHinHtransparentHconductingHoxideseH”heH
caseHofHyZ{[PyhmlTsaTunQVHPhysicalhReviewhBTH2015THdZTH 3.3 13

82 “tructuralHandHelectronicHpropertiesHofH”yZ[HUHpmgpHP”yHhHziTH}dTHandH}tQHclustersHinHtheHdiluteHlimitH
PpHhHXâ��]QeHmHdensityHfunctionalHtheoryHinvestigationVHEuropeanhPhysicalhJournalhDTH2013THabTHY 1.3 13

81 }ublisherOsHzoteeHtybridHfunctionalsHappliedHtoHrareUearthHoxideseH”heHexampleHofHceriaH[}hysVHRevVHnH
b_THX]_YZYHPZXXbQ]VHPhysicalhReviewhBTH2007THb_TH 3.3 13

80
”heHinfluenceHofHhydroxyHgroupsHonHtheHadsorptionHofHthreeUcarbonHalcoholsHonHziPYYYQTH}dPYYYQH
andH}tPYYYQHsurfaceseHaHdensityHfunctionalHtheoryHstudyHwithinHtheHp[HdispersionHcorrectionVHPhysicalh
ChemistryhChemicalhPhysicsTH2019THZYTHc][]Uc]]]

3.6 12

79 mbHunitioHunvestigationHofHtheHRoleHofHmtomicHRadiusHinHtheH“tructuralHrormationHofH}tn”y__â��nHP”yH
hH−THZrTHzbTHyoTHandH”cQHzanoclustersVHJournalhofhPhysicalhChemistryhCTH2018THYZZTHb]]]Ub]_] 3.8 12

78 rirstU}rinciplesHqxplorationHofH”woUpimensionalH”ransitionHyetalHpichalcogenidesHnasedHonHreTHooTH
ziTHandHouHsroupsHandH”heirHvanHderH·aalsHteterostructuresVHACShAppliedhEnergyhMaterialsTH2019THZTHc]dYUc_XY6.1 12
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77 mdsorptionHofHo{THz{THandHtZHonHtheH}dnmu__â��nHzanoclusterseHmHpensityHrunctionalH”heoryH
unvestigationHwithinHtheHvanHderH·aalsHp[HoorrectionsVHJournalhofhPhysicalhChemistryhCTH2019THYZ[THb][YUb][d3.8 11

76 “izeUunducedH}haseHqvolutionHofHyo“eZHzanoflakesHRevealedHbyHpensityHrunctionalH”heoryVHJournalh
ofhPhysicalhChemistryhCTH2018THYZZTHZX]c[UZX]cc 3.8 11

75 ”heHadsorptionHofHalcoholsHonHstrainedH}tziPYYYQHsubstrateseHaHdensityHfunctionalHinvestigationH
withinHtheHp[HvanHderH·aalsHcorrectionVHPhysicalhChemistryhChemicalhPhysicsTH2018THZXTHZ]ZYXUZ]ZZY 3.6 11

74 unvestigationHofHo{HmdsorptionHonHY[UmtomH]dHolustersVHJournalhofhChemicalhInformationhandh
ModelingTH2020THaXTH_[bU_]_ 6.1 11

73 mbHunitioHunsightsHintoHtheHrormationHyechanismsHofH__UmtomH}tUnasedHooreâ��“hellHzanoalloysVH
JournalhofhPhysicalhChemistryhCTH2020THYZ]THYY_cUYYa] 3.8 11

72 qdgeTHsizeTHandHshapeHeffectsHonH·“TH·“eTHandH·”eHnanoflakeHstabilityeHdesignHprinciplesHfromHanHabH
initioHinvestigationVHPhysicalhChemistryhChemicalhPhysicsTH2019THZYTHZ[XbaUZ[Xc] 3.6 11

71 ·aterHadsorptionHonHtheHstoichiometricHandHdefectedHrePYYXQHsurfacesVHSurfacehScienceTH2018THaacTHY]]UY]d1.8 11

70 rirstUprinciplesHinvestigationHofHtheHroleHofHregistryHrelaxationsHonHsteppedHouPYXXQHsurfacesVH
PhysicalhReviewhBTH2005THbZTH 3.3 10

69
mHbasinUhoppingHyonteHoarloHinvestigationHofHtheHstructuralHandHenergeticHpropertiesHofH__UHandH
_aYUatomHbimetallicHnanoclusterseHtheHexamplesHofHtheHZrouTHZrmlTHandHoumlHsystemsVHJournalhofh
PhysicshCondensedhMatterTH2016THZcTHYb_[XZ

1.8 10

68 ”uningHtheHyagneticH}ropertiesHofHreooH”hinHrilmsHthroughHtheHyagnetoelasticHqffectHunducedHbyH
theHmuH–nderlayerH”hicknessVHACShAppliedhMaterialshpamp;hInterfacesTH2019THYYTHY_ZdUY_[b 9.5 10

67
{pticalHandHfundamentalHbandHgapsHdisparityHinHtransparentHconductingHoxideseHnewHfindingsHforH
theH[rormulaeHseeHtext]HandH[rormulaeHseeHtext]HsystemsVHJournalhofhPhysicshCondensedhMatterTH2017TH
ZdTHXc__XY

1.8 9

66 qlectronicHstructureHofHlayeredHquaternaryHchalcogenideHmaterialsHforHbandUgapHengineeringeH”heH
exampleHofHosZyuuy[u°QcVHPhysicalhReviewhBTH2016THd[TH 3.3 9

65 mzobenzeneHmdsorptionHonHtheHyo“ZPXXXYQH“urfaceeHmHpensityHrunctionalHunvestigationHwithinHvanH
derH·aalsHoorrectionsVHJournalhofhPhysicalhChemistryhCTH2018THYZZTHYccd_UYcdXY 3.8 9

64 mbHunitioHunvestigationHofHtheHRoleHofHo{HmdsorptionHonHtheH}hysicalH}ropertiesHofH__UmtomH}tooH
zanoalloysVHJournalhofhPhysicalhChemistryhCTH2017THYZYTHZbbZYUZbb[Z 3.8 9

63 qlectronicH“tructureHandH“tabilityHofHneHumpuritiesHinHoubicHnoronHzitrideVHPhysicahStatushSolidihsBt:h
BasichResearchTH1998THZYXTH]XYU]X_ 1.3 9

62 mHtheoreticalHinvestigationHofHtheHstructuralHandHelectronicHpropertiesHofH__UatomHnanoclusterseH”heH
examplesHofH−U”cHandH}tVHJournalhofhChemicalhPhysicsTH2016THY]]THX_][YX 3.9 9

61
”heHroleHofHtheHcationicH}tHsitesHinHtheHadsorptionHpropertiesHofHwaterHandHethanolHonHtheH}tW}tPYYYQH
andH}tWoe{PYYYQHsubstrateseHmHdensityHfunctionalHtheoryHinvestigationVHJournalhofhChemicalhPhysicsTH
2016THY]_THYZ]bXd

3.9 9

60 “tabilityHandHaccuracyHcontrolHofHkH´•HpHparametersVHSemiconductorhSciencehandhTechnologyTH2016TH[YTHYX_XXZ1.8 8
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59 oarrierUinducedHenhancementHandHsuppressionHofHferromagnetismHinHZnYUxorx”eHandHsaYUxorxmseH
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