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l Paper IF Citations

201 ΔepresentingLindividualLelectronicLstatesLforLmachineLlearningLwWLbandLstructuresLofLbtLmaterialsZZL
NaturegCommunicationsXL2022XLacXLdfh 17.4 4

200 ΔeplyLtojLtetectivitiesLofLWκ[xfκLheterojunctionsZZLNaturegNanotechnologyXL2022XL 28.7 2

199 κtructuralLandLchemicalLmechanismsLgoverningLstabilityLofLinorganicLzanusLnanotubesZLNpjg
ComputationalgMaterialsXL2021XLgXL 10.9 9

198 sombiningLdensityLfunctionalLtheoryLwithLmacroscopicLQutLforLquantumLlightYmatterLinteractionsL
inLbtLmaterialsZLNaturegCommunicationsXL2021XLabXLbggh 17.4 2

197 ulectricalLtuningLofLopticallyLactiveLinterlayerLexcitonsLinLbilayerL–oκZLNaturegNanotechnologyXL2021XL
afXLhhhYhic 28.7 12

196 πowardsLfullyLautomatedLwWLbandLstructureLcalculationsjLWhatLweLcanLlearnLfromLf]Z]]]L
selfYenergyLevaluationsZLNpjgComputationalgMaterialsXL2021XLgXL 10.9 3

195 sontrolledLgenerationLofLluminescentLcentersLinLhexagonalLboronLnitrideLbyLirradiationL
engineeringZLSciencegAdvancesXL2021XLgXL 14.3 12

194 yntrinsicLtefectsLinL–oκLwrownLbyL−ulsedL’aserLtepositionjLvromL–onolayersLtoLrilayersZLACSgNanoXL
2021XLaeXLbhehYbhfh 16.7 8

193 πwoYtimensionalL–aterialsLwithLwiantLOpticalLNonlinearitiesLnearLtheLπheoreticalLUpperL’imitZLACSg
NanoXL2021XLaeXLgaeeYgafg 16.7 10

192 ΔecentLprogressLofLtheLcomputationalLbtLmaterialsLdatabaseLTsbtrUZL2DgMaterialsXL2021XLhXL]dd]]b 5.9 33

191 qtomicLκimulationLΔecipesLâ��LqL−ythonLframeworkLandLlibraryLforLautomatedLworkflowsZL
ComputationalgMaterialsgScienceXL2021XLaiiXLaa]gca 3.2 8

190 randLstructureLofL–oκπeLzanusLnanotubesZLPhysicalgReviewgMaterialsXL2021XLeXL 3.2 11

189 VNsrLdefectLasLsourceLofLsingleLphotonLemissionLfromLhexagonalLboronLnitrideZL2DgMaterialsXL2020XL
gXL]ca]]g 5.9 18

188 ufficientLqbLynitioL–odelingLofLtielectricLκcreeningLinLbtLvanLderLWaalsL–aterialsjLyncludingL
−hononsXLκubstratesXLandLtopingZLJournalgofgPhysicalgChemistrygCXL2020XLabdXLaaf]iYaafaf 3.8 12

187 ungineeringLcovalentlyLbondedLbtLlayeredLmaterialsLbyLselfYintercalationZLNatureXL2020XLehaXLagaYagg 50.4 68

186 qLlibraryLofLabLinitioLΔamanLspectraLforLautomatedLidentificationLofLbtLmaterialsZLNatureg
CommunicationsXL2020XLaaXLc]aa 17.4 17

185 ulectricallyLcontrolledLdielectricLbandLgapLengineeringLinLaLtwoYdimensionalLsemiconductorZL
PhysicalgReviewgBXL2020XLa]aXL 3.3 7
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184 xighLoscillatorLstrengthLinterlayerLexcitonsLinLtwoYdimensionalLheterostructuresLforLmidYinfraredL
photodetectionZLNaturegNanotechnologyXL2020XLaeXLfgeYfhb 28.7 56

183 ungineeringLqtomicallyLκharpL−otentialLκtepsLandLrandLqlignmentLatLκolidLynterfacesLusingLbtL
zanusL’ayersZLJournalgofgPhysicalgChemistrygCXL2020XLabdXLiegbYieh] 3.8 5

182 sonductanceLofLquantumLspinLxallLedgeLstatesLfromLfirstLprinciplesjLπheLcriticalLroleLofLmagneticL
impuritiesLandLinterYedgeLscatteringZLPhysicalgReviewgBXL2020XLa]aXL 3.3 8

181 –yQueuejLπaskLandLworkflowLschedulingLsystemZLJournalgofgOpengSourcegSoftwareXL2020XLeXLahdd 5.2 20

180 ungineeringLtielectricLκcreeningLforL−otentialYwellLqrraysLofLuxcitonsLinLbtL–aterialsZLACSgAppliedg
Materialsgnamp;gInterfacesXL2020XLabXLeeacdYeead] 9.5 4

179 udgeLeffectsLonLopticallyLdetectedLmagneticLresonanceLofLvacancyLdefectsLinLhexagonalLboronL
nitrideZLCommunicationsgPhysicsXL2020XLcXL 5.4 13

178 πunableLfreeYelectronLXYrayLradiationLfromLvanLderLWaalsLmaterialsZLNaturegPhotonicsXL2020XLadXLfhfYfib33.9 13

177 qnisotropicLpropertiesLofLmonolayerLbtLmaterialsjLqnLoverviewLfromLtheLsbtrLdatabaseZLJournalgofg
AppliedgPhysicsXL2020XLabhXLa]ea]a 2.5 6

176 qnomalousLexcitonLΔydbergLseriesLinLtwoYdimensionalLsemiconductorsLonLhighY˛”LdielectricL
substratesZLPhysicalgReviewgBXL2020XLa]bXL 3.3 4

175 ΔeplyLtoLcommentLonLâ��πheLsomputationalLbtL–aterialsLtatabasejLhighYthroughputLmodelingLandL
discoveryLofLatomicallyLthinLcrystalsâ��ZL2DgMaterialsXL2019XLfXL]dh]]b 5.9 7

174 ΔoleLofL’ongYΔangeLtispersionLvorcesLinL–odelingLofL–XenesLasLratteryLulectrodeL–aterialsZL
JournalgofgPhysicalgChemistrygCXL2019XLabcXLd]fdYd]ga 3.8 5

173 ymportantLroleLofLscreeningLtheLelectronYholeLexchangeLinteractionLforLtheLopticalLpropertiesLofL
moleculesLnearLmetalLsurfacesZLPhysicalgReviewgBXL2019XLiiXL 3.3 8

172
qL−rotocolLforLvastL−redictionLofLulectronicLandLOpticalL−ropertiesLofLtonorYqcceptorL−olymersL
UsingLtensityLvunctionalLπheoryLandLtheLπightYrindingL–ethodZLJournalgofgPhysicalgChemistrygAXL
2019XLabcXLdih]Ydihi

2.8 9

171 unhancingLandLsontrollingL−lasmonsLinLzanusL–oκκeâ��wrapheneLrasedLvanLderLWaalsL
xeterostructuresZLJournalgofgPhysicalgChemistrygCXL2019XLabcXLafcgcYafcgi 3.8 16

170 viniteYmomentumLexcitonLlandscapeLinLmonoYLandLbilayerLtransitionLmetalLdichalcogenidesZL2Dg
MaterialsXL2019XLfXL]ce]]c 5.9 51

169 xighLthroughputLcomputationalLscreeningLforLbtLferromagneticLmaterialsjLtheLcriticalLroleLofL
anisotropyLandLlocalLcorrelationsZL2DgMaterialsXL2019XLfXL]de]ah 5.9 53

168 slassifyingLtheLulectronicLandLOpticalL−ropertiesLofLzanusL–onolayersZLACSgNanoXL2019XLacXLaccedYaccfd16.7 43

167 tiscoveringLtwoYdimensionalLtopologicalLinsulatorsLfromLhighYthroughputLcomputationsZLPhysicalg
ReviewgMaterialsXL2019XLcXL 3.2 38
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166 reyondLtheLΔ−qLandLwWLmethodsLwithLadiabaticLxcYkernelsLforLaccurateLgroundLstateLandL
quasiparticleLenergiesZLNpjgComputationalgMaterialsXL2019XLeXL 10.9 19

165 udgeYdependentLreflectionLandLinheritedLfineLstructureLofLhigherYorderLplasmonsLinLgrapheneL
nanoribbonsZLPhysicalgReviewgBXL2019XLiiXL 3.3 3

164 ynterlayerLuxcitonsLwithL’argeLOpticalLqmplitudesLinL’ayeredLvanLderLWaalsL–aterialsZLNanogLettersXL
2018XLahXLbihdYbihi 11.5 43

163 vundamentalLlimitationLofLelectrocatalyticLmethaneLconversionLtoLmethanolZLPhysicalgChemistryg
ChemicalgPhysicsXL2018XLb]XLaaaebYaaaei 3.6 47

162 ynterlayerLπrionsLinLtheL–oκ[WκLvanLderLWaalsLxeterostructureZLNanogLettersXL2018XLahXLadf]Yadfe 11.5 40

161 renchmarkLtatabaseLofLπransitionL–etalLκurfaceLandLqdsorptionLunergiesLfromL–anyYrodyL
−erturbationLπheoryZLJournalgofgPhysicalgChemistrygCXL2018XLabbXLdchaYdci] 3.8 32

160 xighYπhroughputLsomputationalLqssessmentLofL−reviouslyLκynthesizedLκemiconductorsLforL
−hotovoltaicLandL−hotoelectrochemicalLtevicesZLACSgEnergygLettersXL2018XLcXLdcfYddf 20.1 31

159 ’ocalL−lasmonLungineeringLinLtopedLwrapheneZLACSgNanoXL2018XLabXLahcgYahdh 16.7 21

158 tissociationLofLtwoYdimensionalLexcitonsLinLmonolayerLWκeZLNaturegCommunicationsXL2018XLiXLafcc 17.4 76

157 ulectronâ��phononLinteractionLandLtransportLpropertiesLofLmetallicLbulkLandLmonolayerLtransitionL
metalLdichalcogenideLπaκLbZL2DgMaterialsXL2018XLeXL]ae]]i 5.9 18

156 πheLsomputationalLbtL–aterialsLtatabasejLhighYthroughputLmodelingLandLdiscoveryLofLatomicallyL
thinLcrystalsZL2DgMaterialsXL2018XLeXL]db]]b 5.9 399

155 NanoYimagingLofLintersubbandLtransitionsLinLvanLderLWaalsLquantumLwellsZLNaturegNanotechnologyXL
2018XLacXLa]ceYa]da 28.7 45

154 UnravelingLtheLnotYsoYlargeLtrionLbindingLenergyLinLmonolayerLblackLphosphorusZL2DgMaterialsXL
2018XLeXL]da]]g 5.9 9

153 –achineLlearningYbasedLscreeningLofLcomplexLmoleculesLforLpolymerLsolarLcellsZLJournalgofgChemicalg
PhysicsXL2018XLadhXLbdagce 3.9 71

152 ’ocalizedL−lasmonLΔesponseLungineeringLinLrYLandLNYtopedLwrapheneZLMicroscopygandg
MicroanalysisXL2018XLbdXLaeh]Yaeha 0.5

151 ufficientLshargeLκeparationLinLbtLzanusLvanLderLWaalsLκtructuresLwithLruiltYinLulectricLvieldsLandL
yntrinsicLpâ��nLtopingZLJournalgofgPhysicalgChemistrygCXL2018XLabbXLbdeb]Ybdebf 3.8 44

150 umergentLscaleLinvarianceLofLnonclassicalLplasmonsLinLgrapheneLnanoribbonsZLPhysicalgReviewgBXL
2018XLihXL 3.3 5

149 κtackedLzanusLteviceLsonceptsjLqbruptLpnYzunctionsLandLsrossY−laneLshannelsZLNanogLettersXL2018XL
ahXLgbgeYgbha 11.5 45
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148 −robingLtheLlocalLnatureLofLexcitonsLandLplasmonsLinLfewYlayerL–oκbZLNpjg2DgMaterialsgandg
ApplicationsXL2017XLaXL 8.8 41

147 randLstructureLengineeredLlayeredLmetalsLforLlowYlossLplasmonicsZLNaturegCommunicationsXL2017XLhXLaeacc17.4 39

146 πwoYtimensionalL–XenesLasLsatalystsLforLulectrochemicalLxydrogenLuvolutionjLqLsomputationalL
κcreeningLκtudyZLJournalgofgPhysicalgChemistrygCXL2017XLabaXLaceicYaceih 3.8 115

145 salculatingLexcitonsXLplasmonsXLandLquasiparticlesLinLbtLmaterialsLandLvanLderLWaalsL
heterostructuresZL2DgMaterialsXL2017XLdXL]bb]]d 5.9 131

144 πheLatomicLsimulationLenvironmentYaL−ythonLlibraryLforLworkingLwithLatomsZLJournalgofgPhysicsg
CondensedgMatterXL2017XLbiXLbgc]]b 1.8 1097

143 randLstructureLengineeringLinLvanLderLWaalsLheterostructuresLviaLdielectricLscreeningjLtheLw˛�WL
methodZL2DgMaterialsXL2017XLdXL]be]ei 5.9 55

142 ynterlayerLuxcitonsLandLrandLqlignmentLinL–oκ[hrN[WκeLvanLderLWaalsLxeterostructuresZLNanog
LettersXL2017XLagXLichYide 11.5 131

141
wridYrasedL−rojectorLqugmentedLWaveLTw−qWULymplementationLofLQuantumL–echanics[–olecularL
–echanicsLTQ–[––ULulectrostaticLumbeddingLandLqpplicationLtoLaLκolvatedLtiplatinumLsomplexZL
JournalgofgChemicalgTheorygandgComputationXL2017XLacXLf]a]Yf]bb

6.4 24

140 κtrongL−lasmonY−hononLκplittingLandLxybridizationLinLbtL–aterialsLΔevealedLthroughLaLκelfYunergyL
qpproachZLACSgPhotonicsXL2017XLdXLbi]hYbiae 6.3 9

139 uffectLofLedgeLplasmonsLonLtheLopticalLpropertiesLofL–oκbLmonolayerLflakesZLPhysicalgReviewgBXL
2017XLifXL 3.3 11

138 ’ayeredLvanLderLWaalsLcrystalsLwithLhyperbolicLlightLdispersionZLNaturegCommunicationsXL2017XLhXLcb] 17.4 56

137 κpinYdependentLelectronYphononLcouplingLinLtheLvalenceLbandLofLsingleYlayerLWκbZLPhysicalgReviewg
BXL2017XLifXL 3.3 19

136 κimpleLvertexLcorrectionLimprovesLwWLbandLenergiesLofLbulkLandLtwoYdimensionalLcrystalsZLPhysicalg
ReviewgBXL2017XLifXL 3.3 25

135 κulfideLperovskitesLforLsolarLenergyLconversionLapplicationsjLcomputationalLscreeningLandL
synthesisLofLtheLselectedLcompoundL’aYκcZLEnergygandgEnvironmentalgScienceXL2017XLa]XLbegiYbeic 35.4 61

134 tarkLexcitationsLinLmonolayerLtransitionLmetalLdichalcogenidesZLPhysicalgReviewgBXL2017XLifXL 3.3 44

133 qtomicallyLπhinLOrderedLqlloysLofLπransitionL–etalLtichalcogenidesjLκtabilityLandLrandLκtructuresZL
JournalgofgPhysicalgChemistrygCXL2016XLab]XLbc]bdYbc]bi 3.8 14

132 xubbardYULcorrectedLxamiltoniansLforLnonYselfYconsistentLrandomYphaseLapproximationL
totalYenergyLcalculationsjLqLstudyLofLZnκXLπiObXLandLNiOZLPhysicalgReviewgBXL2016XLicXL 3.3 15

131 κimpleLκcreenedLxydrogenL–odelLofLuxcitonsLinLπwoYtimensionalL–aterialsZLPhysicalgReviewgLetters
XL2016XLaafXL]efd]a 7.4 131
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130 ’imitationsLofLeffectiveLmediumLtheoryLinLmultilayerLgraphite[hrNLheterostructuresZLPhysicalg
ReviewgBXL2016XLidXL 3.3 13

129 κtarkLshiftLandLelectricYfieldYinducedLdissociationLofLexcitonsLinLmonolayerL–oκbLandLhrN[–oκbL
heterostructuresZLPhysicalgReviewgBXL2016XLidXL 3.3 36

128 –akingLtheLmostLofLmaterialsLcomputationsZLScienceXL2016XLcedXLah]Yaha 33.3 27

127 randLwapLπuningLandLtefectLπoleranceLofLqtomicallyLπhinLπwoYtimensionalLOrganicYynorganicL
xalideL−erovskitesZLJournalgofgPhysicalgChemistrygLettersXL2016XLgXLdcdfYdceb 6.4 78

126 uxcitonLionizationLinLmultilayerLtransitionYmetalLdichalcogenidesZLNewgJournalgofgPhysicsXL2016XLahXL]gc]dc2.9 27

125 viniteLriasLsalculationsLtoL–odelLynterfaceLtipolesLinLulectrochemicalLsellsLatLtheLqtomicLκcaleZL
JournalgofgPhysicalgChemistrygCXL2016XLab]XLacdheYacdia 3.8 29

124 tefectYπolerantL–onolayerLπransitionL–etalLtichalcogenidesZLNanogLettersXL2016XLafXLbbcdYi 11.5 86

123 ufficientLmanyYbodyLcalculationsLforLtwoYdimensionalLmaterialsLusingLexactLlimitsLforLtheLscreenedL
potentialjLrandLgapsLofL–oκbXLhYrNXLandLphosphoreneZLPhysicalgReviewgBXL2016XLidXL 3.3 52

122 πuningLtheLκchottkyLrarrierLatLtheLwraphene[–oκbLynterfaceLbyLulectronLtopingjLtensityL
vunctionalLπheoryLandL–anyYrodyLsalculationsZLJournalgofgPhysicalgChemistrygCXL2015XLaaiXLaiibhYaiicc 3.8 76

121 −lasmonicLeigenmodesLinLindividualLandLbowYtieLgrapheneLnanotrianglesZLScientificgReportsXL2015XLeXLiece4.9 48

120 somputationalLbtL–aterialsLtatabasejLulectronicLκtructureLofLπransitionY–etalLtichalcogenidesL
andLOxidesZLJournalgofgPhysicalgChemistrygCXL2015XLaaiXLacafiYacahc 3.8 615

119 qdiabaticYconnectionLfluctuationYdissipationLtvπLforLtheLstructuralLpropertiesLofLsolidsYπheL
renormalizedLq’tqLandLelectronLgasLkernelsZLJournalgofgChemicalgPhysicsXL2015XLadcXLa]bh]b 3.9 44

118 tesignLofLtwoYphotonLmolecularLtandemLarchitecturesLforLsolarLcellsLbyLtheoryZLChemicalgScienceXL
2015XLfXLc]ahYc]be 9.4 9

117 salculatedLopticalLabsorptionLofLdifferentLperovskiteLphasesZLJournalgofgMaterialsgChemistrygAXL2015
XLcXLabcdcYabcdi 13 29

116 πwoYtimensionalL–etalLtichalcogenidesLandLOxidesLforLxydrogenLuvolutionjLqLsomputationalL
κcreeningLqpproachZLJournalgofgPhysicalgChemistrygLettersXL2015XLfXLaeggYhe 6.4 64

115 sontrollingLulectricalLsonductanceLthroughLaLˇ�YsonjugatedLsruciformL–oleculeLbyLκelectiveL
qnchoringLtoLwoldLulectrodesZLAngewandtegChemiegvgInternationalgEditionXL2015XLedXLadc]dYg 16.4 35

114 κingleYmoleculeLelectrochemicalLtransistorLutilizingLaLnickelYpyridylLspinterfaceZLNanogLettersXL2015XL
aeXLbgeYh] 11.5 54

113 NewL’ightYxarvestingL–aterialsLUsingLqccurateLandLufficientLrandgapLsalculationsZLAdvancedg
EnergygMaterialsXL2015XLeXLad]]iae 21.8 105
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112 ymprovedLdescriptionLofLmetalLoxideLstabilityjLreyondLtheLrandomLphaseLapproximationLwithL
renormalizedLkernelsZLPhysicalgReviewgBXL2015XLibXL 3.3 15

111 uxcitonsLinLvanLderLWaalsLheterostructuresjLπheLimportantLroleLofLdielectricLscreeningZLPhysicalg
ReviewgBXL2015XLibXL 3.3 159

110 qnharmonicLstabilizationLandLbandLgapLrenormalizationLinLtheLperovskiteLssκnycZLPhysicalgReviewgBXL
2015XLibXL 3.3 52

109 sontrollingLulectricalLsonductanceLthroughLaLˇ�YsonjugatedLsruciformL–oleculeLbyLκelectiveL
qnchoringLtoLwoldLulectrodesZLAngewandtegChemieXL2015XLabgXLadeabYadeae 3.6 6

108 tielectricLwenomeLofLvanLderLWaalsLxeterostructuresZLNanogLettersXL2015XLaeXLdfafYba 11.5 125

107 randYgapLengineeringLofLfunctionalLperovskitesLthroughLquantumLconfinementLandLtunnelingZL
PhysicalgReviewgBXL2015XLiaXL 3.3 8

106 ymportanceLofLtheLΔeorganizationLunergyLrarrierLinLsomputationalLtesignLofL−orphyrinYrasedLκolarL
sellsLwithLsobaltYrasedLΔedoxL–ediatorsZLJournalgofgPhysicalgChemistrygCXL2015XLaaiXLabgibYabh]] 3.8 16

105 κtrainLsensitivityLofLbandLgapsLofLκnYcontainingLsemiconductorsZLPhysicalgReviewgBXL2015XLiaXL 3.3 22

104 srossYconjugationLandLquantumLinterferencejLaLgeneralLcorrelationoZLPhysicalgChemistrygChemicalg
PhysicsXL2014XLafXLfecYfb 3.6 101

103 randgapLcalculationsLandLtrendsLofLorganometalLhalideLperovskitesZLAPLgMaterialsXL2014XLbXL]haead 5.7 167

102 OptimizingLporphyrinsLforLdyeLsensitizedLsolarLcellsLusingLlargeYscaleLabLinitioLcalculationsZLPhysicalg
ChemistrygChemicalgPhysicsXL2014XLafXLafbdfYed 3.6 28

101 salculatedL−ourbaixLtiagramsLofLsubicL−erovskitesLforLWaterLκplittingjLκtabilityLqgainstLsorrosionZL
TopicsgingCatalysisXL2014XLegXLbfeYbgb 2.3 40

100 qccurateLwroundYκtateLunergiesLofLκolidsLandL–oleculesLfromLπimeYtependentLtensityYvunctionalL
πheoryZLPhysicalgReviewgLettersXL2014XLaabXL 7.4 47

99 πemperatureLeffectsLonLquantumLinterferenceLinLmolecularLjunctionsZLPhysicalgReviewgBXL2014XLhiXL 3.3 37

98 −lasmonsLonLtheLedgeLofL–oκbLnanostructuresZLPhysicalgReviewgBXL2014XLi]XL 3.3 29

97 ulectrochemicalLcontrolLofLsingleYmoleculeLconductanceLbyLvermiYlevelLtuningLandLconjugationL
switchingZLJournalgofgthegAmericangChemicalgSocietyXL2014XLacfXLagibbYe 16.4 95

96 tynamicalLimageYchargeLeffectLinLmolecularLtunnelLjunctionsjLreyondLenergyLlevelLalignmentZL
PhysicalgReviewgBXL2014XLhiXL 3.3 15

95 κimultaneousLdescriptionLofLconductanceLandLthermopowerLinLsingleYmoleculeLjunctionsLfromL
manyYbodyLabLinitioLcalculationsZLPhysicalgReviewgBXL2014XLi]XL 3.3 5

(2014-2015)
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94 κtaticLcorrelationLbeyondLtheLrandomLphaseLapproximationjLdissociatingLxbLwithLtheL
retheYκalpeterLequationLandLtimeYdependentLwWZLJournalgofgChemicalgPhysicsXL2014XLad]XLafdaaf 3.9 30

93 tirectLmeasurementLandLmodulationLofLsingleYmoleculeLcoordinativeLbondingLforcesLinLaLtransitionL
metalLcomplexZLNaturegCommunicationsXL2013XLdXLbaba 17.4 38

92 QuantitativelyLaccurateLcalculationsLofLconductanceLandLthermopowerLofLmolecularLjunctionsZL
PhysicagStatusgSolidigpBr:gBasicgResearchXL2013XLbe]XLbcidYbd]b 1.3 17

91 somputationalLscreeningLofLfunctionalizedLzincLporphyrinsLforLdyeLsensitizedLsolarLcellsZLPhysicalg
ChemistrygChemicalgPhysicsXL2013XLaeXLaidghYhf 3.6 32

90 xowLdielectricLscreeningLinLtwoYdimensionalLcrystalsLaffectsLtheLconvergenceLofLexcitedYstateL
calculationsjL–onolayerL–oκbZLPhysicalgReviewgBXL2013XLhhXL 3.3 174

89 −lasmonsLinLmetallicLmonolayerLandLbilayerLtransitionLmetalLdichalcogenidesZLPhysicalgReviewgBXL
2013XLhhXL 3.3 35

88 QuasiparticleLwWLcalculationsLforLsolidsXLmoleculesXLandLtwoYdimensionalLmaterialsZLPhysicalgReviewg
BXL2013XLhgXL 3.3 130

87 reyondLtheLrandomLphaseLapproximationjLymprovedLdescriptionLofLshortYrangeLcorrelationLbyLaL
renormalizedLadiabaticLlocalLdensityLapproximationZLPhysicalgReviewgBXL2013XLhhXL 3.3 45

86 qvoidingLpitfallsLinLtheLmodelingLofLelectrochemicalLinterfacesZLChemicalgPhysicsgLettersXL2013XLeeeXLadeYadh2.5 47

85 tvπWULκtudyLofL−olaronicLsonductionLinL’ibObLandL’ibsOcjLymplicationsLforL’iâ��qirLratteriesZL
JournalgofgPhysicalgChemistrygCXL2013XLaagXLeefhYeegg 3.8 127

84 ΔandomLphaseLapproximationLappliedLtoLsolidsXLmoleculesXLandLgrapheneYmetalLinterfacesjLvromL
vanLderLWaalsLtoLcovalentLbondingZLPhysicalgReviewgBXL2013XLhgXL 3.3 109

83 ulectrochemicalLsObLandLsOLΔeductionLonL–etalYvunctionalizedL−orphyrinYlikeLwrapheneZLJournalg
ofgPhysicalgChemistrygCXL2013XLaagXLiahgYiaie 3.8 218

82 sarbonLnanotubesLasLheatLdissipatersLinLmicroelectronicsZLEuropeangPhysicalgJournalgBXL2013XLhfXLa 1.2 3

81 κtabilityLandLbandgapsLofLlayeredLperovskitesLforLoneYLandLtwoYphotonLwaterLsplittingZLNewgJournalg
ofgPhysicsXL2013XLaeXLa]e]bf 2.9 49

80 VisualizingLhybridizedLquantumLplasmonsLinLcoupledLnanowiresjLvromLclassicalLtoLtunnelingLregimeZL
PhysicalgReviewgBXL2013XLhgXL 3.3 40

79 unergyLlevelLalignmentLandLquantumLconductanceLofLfunctionalizedLmetalYmoleculeLjunctionsjL
densityLfunctionalLtheoryLversusLwWLcalculationsZLJournalgofgChemicalgPhysicsXL2013XLaciXLahdc]g 3.9 30

78 randgapLungineeringLofLtoubleL−erovskitesLforLOneYLandLπwoYphotonLWaterLκplittingZLMaterialsg
ResearchgSocietygSymposiagProceedingsXL2013XLaebcXLf]a 11

77 qcousticLphononLlimitedLmobilityLinLtwoYdimensionalLsemiconductorsjLteformationLpotentialLandL
piezoelectricLscatteringLinLmonolayerL–oκbLfromLfirstLprinciplesZLPhysicalgReviewgBXL2013XLhgXL 3.3 195
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76 somputationalLscreeningLofLperovskiteLmetalLoxidesLforLoptimalLsolarLlightLcaptureZLEnergygandg
EnvironmentalgScienceXL2012XLeXLehadYehai 35.4 301

75
OpticalLpropertiesLofLbulkLsemiconductorsLandLgraphene[boronLnitridejLπheLretheYκalpeterL
equationLwithLderivativeLdiscontinuityYcorrectedLdensityLfunctionalLenergiesZLPhysicalgReviewgBXL
2012XLhfXL

3.3 40

74 –agnetoresistanceLandLnegativeLdifferentialLresistanceLinLNi[graphene[NiLverticalLheterostructuresL
drivenLbyLfiniteLbiasLvoltagejLqLfirstYprinciplesLstudyZLPhysicalgReviewgBXL2012XLheXL 3.3 26

73 qbLinitioLnonequilibriumLquantumLtransportLandLforcesLwithLtheLrealYspaceLprojectorLaugmentedL
waveLmethodZLPhysicalgReviewgBXL2012XLheXL 3.3 30

72 NewLcubicLperovskitesLforLoneYLandLtwoYphotonLwaterLsplittingLusingLtheLcomputationalLmaterialsL
repositoryZLEnergygandgEnvironmentalgScienceXL2012XLeXLi]cd 35.4 178

71 ObservationLofLquantumLinterferenceLinLmolecularLchargeLtransportZLNaturegNanotechnologyXL2012XL
gXLc]eYi 28.7 404

70 virstYprinciplesLquantumLtransportLmodelingLofLthermoelectricityLinLsingleYmoleculeLnanojunctionsL
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