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203 nGrandomUsamplingGhighGdimensionalGmodelGrepresentationGneuralGnetworkGforGbuildingGpotentialG
energyGsurfacesVGJournalgofgChemicalgPhysicsTG2006TG[]bTGZea[Zf 3.9 186

202 {euralGnetworkUbasedGapproachesGforGbuildingGhighGdimensionalGandGquantumGdynamicsUfriendlyG
potentialGenergyGsurfacesVGInternationalgJournalgofgQuantumgChemistryTG2015TG[[bTG[Z[]U[Z]Z 2.1 140

201 nGnestedGmoleculeUindependentGneuralGnetworkGapproachGforGhighUqualityGpotentialGfitsVGJournalgofg
PhysicalgChemistrygATG2006TG[[ZTGb]fbU_Za 2.8 140

200 αsingGneuralGnetworksGtoGrepresentGpotentialGsurfacesGasGsumsGofGproductsVGJournalgofgChemicalg
PhysicsTG2006TG[]bTG[fa[Zb 3.9 138

199 }rganicGinterfacialGmaterialsGforGperovskiteUbasedGoptoelectronicGdevicesVGEnergygandg
EnvironmentalgScienceTG2019TG[]TG[[ddU[]Zf 35.4 125

198
zolecularGrngineeringGαsingGanGnnthanthroneGqyeGforGyowUpostGuoleGTransportGzaterialsgGnG
ötrategyGforGqopantUsreeTGuighUrfficiencyTGandGötableG–erovskiteGöolarGpellsVGAdvancedgEnergyg
MaterialsTG2018TGeTG[dZ_ZZd

21.8 115

197
{euralGnetworksGvsGtaussianGprocessGregressionGforGrepresentingGpotentialGenergyGsurfacesgGnG
comparativeGstudyGofGfitGqualityGandGvibrationalGspectrumGaccuracyVGJournalgofgChemicalgPhysicsTG
2018TG[aeTG]a[dZ]

3.9 96

196 αsingGneuralGnetworksTGoptimizedGcoordinatesTGandGhighUdimensionalGmodelGrepresentationsGtoG
obtainGaGvinylGbromideGpotentialGsurfaceVGJournalgofgChemicalgPhysicsTG2008TG[]fTG]]a[Za 3.9 88

195 αsingGredundantGcoordinatesGtoGrepresentGpotentialGenergyGsurfacesGwithGlowerUdimensionalG
functionsVGJournalgofgChemicalgPhysicsTG2007TG[]dTGZ[a[Z_ 3.9 87

194 vnGsearchGofGhighGperformanceGanodeGmaterialsGforGzgGbatteriesgGpomputationalGstudiesGofGzgGinG
teTGöiTGandGönVGJournalgofgPowergSourcesTG2013TG]__TG_a[U_ab 8.9 85

193 –henothiazineGandGcarbazoleGsubstitutedGpyreneGbasedGelectroluminescentGorganicGsemiconductorsG
forG}yrqGdevicesVGJournalgofgMaterialsgChemistrygCTG2016TGaTG[ZZfU[Z[e 7.1 78

192 nGpomparativeGpomputationalGötudyGofGötructuresTGqiffusionTGandGqopantGvnteractionsGbetweenGyiG
andG{aGvnsertionGintoGöiVGAppliedgPhysicsgExpressTG2013TGcTGZ]d_Z[ 2.4 71

191 nGcomputationalGstudyGofG{aGbehaviorGonGgrapheneVGAppliedgSurfacegScienceTG2015TG___TG]_bU]a_ 6.7 71

190 vnsertionGenergeticsGofGlithiumTGsodiumTGandGmagnesiumGinGcrystallineGandGamorphousGtitaniumG
dioxidegGnGcomparativeGfirstUprinciplesGstudyVGJournalgofgPowergSourcesTG2015TG]deTG[fdU]Z] 8.9 69

189 ötudyGofGvnterfacialGphargeGTransferGoandsGandGrlectronGRecombinationGinGtheGöurfaceGpomplexesG
ofGTp{rTGTp{—TGandGTp{n—GwithGTi}]VGJournalgofgPhysicalgChemistrygCTG2011TG[[bTG][aedU][af_ 3.8 69

188 nGcomputationalGstudyGofGtheGinsertionGofGyiTG{aTGandGzgGatomsGintoGöiP[[[QGnanosheetsVGNanog
EnergyTG2013TG]TG[[afU[[bd 17.1 68

187 {euralG{etworkG–otentialGrnergyGöurfacesGforGömallGzoleculesGandGReactionsVGChemicalgReviewsTG
2021TG[][TG[Z[edU[Z][d 68.1 63
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186 pontrollingG{aGdiffusionGbyGrationalGdesignGofGöiUbasedGlayeredGarchitecturesVGPhysicalgChemistryg
ChemicalgPhysicsTG2014TG[cTGa]cZUd 3.6 62

185 –hotofragmentGimageGanalysisGusingGtheG}nionU–eelingGnlgorithmVGComputergPhysicsg
CommunicationsTG2003TG[baTGdcUed 4.2 58

184 pomparativeGcomputationalGstudyGofGtheGenergeticsGofGyiTG{aTGandGzgGstorageGinGamorphousGandG
crystallineGsiliconVGComputationalgMaterialsgScienceTG2014TGfaTG][aU][d 3.2 56

183 qopantUfreeGnovelGholeUtransportingGmaterialsGbasedGonGquinacridoneGdyeGforGhighUperformanceG
andGhumidityUstableGmesoporousGperovskiteGsolarGcellsVGJournalgofgMaterialsgChemistrygATG2019TGdTGb_[bUb_]_13 55

182
ooostingGinvertedGperovskiteGsolarGcellGperformanceGbyGusingG
fTfUbisPaUdiphenylaminophenylQfluoreneGfunctionalizedGwithGtriphenylamineGasGaGdopantUfreeGholeG
transportingGmaterialVGJournalgofgMaterialsgChemistrygATG2019TGdTG[]bZdU[]b[d

13 52

181 rxplicitlyGcorrelatedGzRpvUs[]GpotentialGenergyGsurfacesGforGmethaneGfitGwithGseveralGpermutationG
invariantGschemesGandGfullUdimensionalGvibrationalGcalculationsVGMoleculargPhysicsTG2015TG[[_TG[e]_U[e__ 1.7 52

180 nluminumGdopingGimprovesGtheGenergeticsGofGlithiumTGsodiumTGandGmagnesiumGstorageGinGsilicongGnG
firstUprinciplesGstudyVGJournalgofgPowergSourcesTG2015TG]daTGcbUdZ 8.9 50

179 }nGtheGphargeGötateGofGTitaniumGinGTitaniumGqioxideVGJournalgofgPhysicalgChemistrygLettersTG2017TGeTG[bf_U[bfe6.4 49

178
ThienylvinylenethienylGandG{aphthaleneGporeGöubstitutedGwithGTriphenylaminesâ��uighlyGrfficientG
uoleGTransportingGzaterialsGandGTheirGpomparativeGötudyGforGvnvertedG–erovskiteGöolarGpellsVGSolarg
RrlTG2017TG[TG[dZZ[Zb

7.1 49

177 }neGstepGfacileGsynthesisGofGaGnovelGanthanthroneGdyeUbasedTGdopantUfreeGholeGtransportingG
materialGforGefficientGandGstableGperovskiteGsolarGcellsVGJournalgofgMaterialsgChemistrygCTG2018TGcTG_cffU_dZe7.1 48

176 rxploringGtheGsodiumGstorageGmechanismGinGdisodiumGterephthalateGasGanodeGforGorganicGbatteryG
usingGdensityUfunctionalGtheoryGcalculationsVGJournalgofgPowergSourcesTG2016TG_]aTGbd]Ube[ 8.9 45

175 nchievingGuighGrfficiencyGinGöolutionU–rocessedG–erovskiteGöolarGpellsGαsingGpWpGzixedGsullerenesVG
ACSgAppliedgMaterialsgoamp;gInterfacesTG2018TG[ZTG_fbfZU_fbfe 9.5 45

174 nmorphousGPtlassyQGparbonTGaG–romisingGzaterialGforGöodiumGvonGoatteryGnnodesgGaGpombinedG
sirstU–rinciplesGandGrxperimentalGötudyVGJournalgofgPhysicalgChemistrygCTG2015TG[[fTG[_afcU[_bZ[ 3.8 44

173 pomparativeGcomputationalGstudyGofGtheGdiffusionGofGyiTG{aTGandGzgGinGsiliconGincludingGtheGeffectGofG
vibrationsVGSolidgStategIonicsTG2013TG]b_TG[bdU[c_ 3.3 43

172 yowUpostGnlternativeGuighU–erformanceGuoleUTransportGzaterialGforG–erovskiteGöolarGpellsGandGvtsG
pomparativeGötudyGwithGponventionalGö–vR}U}zeTnqVGAdvancedgElectronicgMaterialsTG2017TG_TG[dZZ[_f 6.4 43

171 sittingGsparseGmultidimensionalGdataGwithGlowUdimensionalGtermsVGComputergPhysicsg
CommunicationsTG2009TG[eZTG]ZZ]U]Z[] 4.2 43

170 pomparisonGofGyiTG{aTGzgGandGnlUionGinsertionGinGvanadiumGpentoxidesGandGvanadiumGdioxidesVGRSCg
AdvancesTG2017TGdTG[eca_U[ecaf 3.7 42

169 nceneUbasedGorganicGsemiconductorsGforGorganicGlightUemittingGdiodesGandGperovskiteGsolarGcellsVG
JournalgofgMaterialsgChemistrygCTG2018TGcTGfZ[dUfZ]f 7.1 41
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168 nGmodelGforGtheGdissociativeGadsorptionGofG{]}GonGpuP[GZGZQGusingGaGcontinuousGpotentialGenergyG
surfaceVGSurfacegScienceTG2010TGcZaTGbbbUbc[ 1.8 39

167
zolecularGrngineeringGötrategyGforGuighGrfficiencyGsullereneUsreeG}rganicGöolarGpellsGαsingG
ponjugatedG[TeU{aphthalimideGandGsluorenoneGouildingGolocksVGACSgAppliedgMaterialsgoamp;g
InterfacesTG2017TGfTG[cfcdU[cfdc

9.5 38

166 öuperexcitedGstateGreconstructionGofGuplGusingGphotoelectronGandGphotoionGimagingVGJournalgofg
ChemicalgPhysicsTG2004TG[]ZTGdcdUdd 3.9 38

165 pontrolledGRedoxGofGyithiumUvonGrndohedralGsullereneGforGrfficientGandGötableGzetalG
rlectrodeUsreeG–erovskiteGöolarGpellsVGJournalgofgthegAmericangChemicalgSocietyTG2019TG[a[TG[cbb_U[cbbe 16.4 35

164 nllURounderGyowUpostGqopantUsreeGqUnUqGuoleUTransportingGzaterialsGforGrfficientGvndoorGandG
}utdoorG–erformanceGofG–erovskiteGöolarGpellsVGAdvancedgElectronicgMaterialsTG2020TGcTG[fZZeea 6.4 35

163
nGcomparativeGcomputationalGstudyGofGlithiumGandGsodiumGinsertionGintoGvanGderGψaalsGandG
covalentGtetracyanoethyleneGPTp{rQUbasedGcrystalsGasGpromisingGmaterialsGforGorganicGlithiumGandG
sodiumGionGbatteriesVGPhysicalgChemistrygChemicalgPhysicsTG2016TG[eTGeedaUeZ

3.6 34

162 nGdensityGfunctionalGtightGbindingGstudyGofGaceticGacidGadsorptionGonGcrystallineGandGamorphousG
surfacesGofGtitaniaVGMoleculesTG2015TG]ZTG__d[Uee 4.8 33

161 zachineGlearningGforGtheGsolutionGofGtheGöchrˆ¶dingerGequationVGMachinegLearning:gSciencegandg
TechnologyTG2020TG[TGZ[_ZZ] 5.1 32

160
pomputationalGdyeGdesignGbyGchangingGtheGconjugationGordergGsailureGofGyRUTqqsTGtoGpredictG
relativeGexcitationGenergiesGinGorganicGdyesGdifferingGbyGtheGpositionGofGtheGmethineGunitVGChemicalg
PhysicsgLettersTG2012TGb]dTGb[Ubc

2.5 32

159 yithiumGandGsodiumGstorageGonGtetracyanoethyleneGPTp{rQGandGTp{rUPdopedQUgrapheneGcomplexesgG
nGcomputationalGstudyVGMaterialsgChemistrygandgPhysicsTG2015TG[bcTG[eZU[ed 4.4 31

158 nGbenzothiadiazoleGendGcappedGdonorUacceptorGbasedGsmallGmoleculeGforGorganicGelectronicsVG
PhysicalgChemistrygChemicalgPhysicsTG2013TG[bTG[dZcaUf 3.6 30

157
xineticGenergyGdensitiesGbasedGonGtheGfourthGorderGgradientGexpansiongGperformanceGinGdifferentG
classesGofGmaterialsGandGimprovementGviaGmachineGlearningVGPhysicalgChemistrygChemicalgPhysicsTG
2018TG][TG_deU_fb

3.6 29

156 –olyaromaticG{anotweezersGonGöemiconductingGparbonG{anotubesGforGtheGtrowthGandGvnterfacingG
ofGyeadGualideG–erovskiteGprystalGtrainsGinGöolarGpellsVGChemistrygofgMaterialsTG2020TG_]TGb[]bUb[__ 9.6 29

155 nGmodelGforGrecombinationGinGTypeGvvGdyeUsensitizedGsolarGcellsgGpatecholâ��thiopheneGdyesVGChemicalg
PhysicsgLettersTG2011TGbZaTG]_ZU]_b 2.5 29

154 nluminiumGandGmagnesiumGinsertionGinGsulfurUbasedGspinelsgGaGfirstUprinciplesGstudyVGPhysicalg
ChemistrygChemicalgPhysicsTG2017TG[fTGcZdcUcZe[ 3.6 28

153 nGcomputationalGstudyGofGlithiumGinteractionGwithGtetracyanoethyleneGPTp{rQGandG
tetracyaniquinodimethaneGPTp{—QGmoleculesVGPhysicalgChemistrygChemicalgPhysicsTG2016TG[eTG[adZUd 3.6 28

152 nnGimprovedGneuralGnetworkGmethodGforGsolvingGtheGöchrˆ¶dingerGequationVGCanadiangJournalgofg
ChemistryTG2009TGedTGecaUed[ 0.9 28

151 phargeGandGqischargeG–rocessesGandGöodiumGötorageGinGqisodiumG–yridineU]TbUqicarboxylateG
nnodeâ��vnsightsGfromGrxperimentsGandGTheoryVGAdvancedgEnergygMaterialsTG2018TGeTG[dZ[bd] 21.8 28
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150
uighlyGöelectiveGandGöcalableGsullereneUpationUzediatedGöynthesisGnccessingGpyclo[cZ]fullerenesG
withGsiveUzemberedGparbonGRingGandGTheirGnpplicationGtoG–erovskiteGöolarGpellsVGChemistrygofg
MaterialsTG2019TG_[TGea_]Uea_f

9.6 27

149 πoltageGandGcapacityGcontrolGofGpolyanilineGbasedGorganicGcathodesgGnnGabGinitioGstudyVGJournalgofg
PowergSourcesTG2016TG__cTG[]cU[_[ 8.9 27

148 αsingGaGneuralGnetworkGbasedGmethodGtoGsolveGtheGvibrationalGöchrˆ¶dingerGequationGforGu]}VG
ChemicalgPhysicsgLettersTG2009TGadaTG][dU]][ 2.5 27

147 [GpotentialTG]GpotentialsTG_Gpotentialsâ��agGαntanglingGtheGαπGphotodissociationGspectraGofGuvGandGqvVG
JournalgofgChemicalgPhysicsTG2002TG[[dTGf_b_Uf_cf 3.9 27

146 –hotodissociationGofGhydrogenGiodideGinGtheGnUbandGregionG]d_â��]eeGnmVGJournalgofgChemicalgPhysics
TG2002TG[[dTGf_adUf_b] 3.9 27

145 TuningGtheGphargeGparrierG–olarityGofG}rganicGTransistorsGbyGπaryingGtheGrlectronGnffinityGofGtheG
slankedGαnitsGinGqiketopyrrolopyrroleUoasedGpopolymersVGAdvancedgFunctionalgMaterialsTG2020TG_ZTG[fZdab]15.6 27

144 qualGchemosensorGforGtheGrapidGdetectionGofGmercuryPiiQGpollutionGandGbiothiolsVGAnalystvgTheTG2019TG
[aaTGafZeUaf[c 5 26

143
{aphthalimideGendGcappedGanthraquinoneGbasedGsolutionUprocessableGnUchannelGorganicG
semiconductorsgGeffectGofGalkylGchainGengineeringGonGchargeGtransportVGJournalgofgMaterialsg
ChemistrygCTG2018TGcTG_ddaU_dec

7.1 24

142
αsingGanGinternalGcoordinateGtaussianGbasisGandGaGspaceUfixedGpartesianGcoordinateGkineticGenergyG
operatorGtoGcomputeGaGvibrationalGspectrumGwithGrectangularGcollocationVGJournalgofgChemicalg
PhysicsTG2016TG[abTG]]a[[Z

3.9 23

141 pomputingGtheGnnharmonicGπibrationalGöpectrumGofGαscGinG[bGqimensionsGwithGanG}ptimizedGoasisG
öetGandGRectangularGpollocationVGJournalgofgPhysicalgChemistrygATG2015TG[[fTGfbbdUcd 2.8 22

140 nnharmonicGvibrationsGofGtheGcarboxylGgroupGinGaceticGacidGonGTi}]gGimplicationsGforGadsorptionG
modeGassignmentGinGdyeUsensitizedGsolarGcellsVGPhysicalgChemistrygChemicalgPhysicsTG2013TG[bTG[ZZ]eU_a 3.6 22

139 nbGinitioGstudyGofGyiTGzgGandGnlGinsertionGintoGrutileGπ}gGfastGdiffusionGandGenhancedGvoltagesGforG
multivalentGbatteriesVGPhysicalgChemistrygChemicalgPhysicsTG2017TG[fTG]]b_eU]]bab 3.6 22

138 }nGtheGadvantagesGofGaGrectangularGmatrixGcollocationGequationGforGcomputingGvibrationalGspectraG
fromGsmallGbasisGsetsVGChemicalgPhysicsgLettersTG2011TGb[[TGa_aUa_f 2.5 22

137 palculatingGanharmonicGvibrationalGfrequenciesGofGmoleculesGadsorbedGonGsurfacesGdirectlyGfromGabG
initioGenergiesGwithGaGmoleculeUindependentGmethodgGu]}GonG–tP[[[QVGSurfacegScienceTG2011TGcZbTGc[cUc]]1.8 22

136
–olyanilineGandGp{UfunctionalizedGpolyanilineGasGorganicGcathodesGforGlithiumGandGsodiumGionG
batteriesgGaGcombinedGmolecularGdynamicsGandGdensityGfunctionalGtightGbindingGstudyGinGsolidGstateVG
PhysicalgChemistrygChemicalgPhysicsTG2017TG]ZTG]_]U]_d

3.6 22

135 uighUzobilityGnmbipolarG}rganicGThinUsilmGTransistorG–rocessedGsromGaG{onchlorinatedGöolventVG
ACSgAppliedgMaterialsgoamp;gInterfacesTG2016TGeTG]a_]bU_Z 9.5 22

134 öuperiorG{oiseGöuppressionTGResponseGTimeTGandGqeviceGötabilityGofG{onUsullereneGöystemGoverG
sullereneGpounterpartGinG}rganicG–hotodiodeVGAdvancedgFunctionalgMaterialsTG2020TG_ZTG]ZZ[aZ] 15.6 21

133
pomparativeGdensityGfunctionalGtheoryUdensityGfunctionalGtightGbindingGstudyGofGfullereneG
derivativesgGeffectsGdueGtoGfullereneGsizeTGaddendsTGandGcrystallinityGonGbandGstructureTGchargeG
transportGandGopticalGpropertiesVGPhysicalgChemistrygChemicalgPhysicsTG2017TG[fTG]e__ZU]e_a_

3.6 20
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132 öynergisticGαseGofG–yridineGandGöelenopheneGinGaGqiketopyrrolopyrroleUoasedGponjugatedG–olymerG
rnhancesGtheGrlectronGzobilityGinG}rganicGTransistorsVGAdvancedgFunctionalgMaterialsTG2020TG_ZTG]ZZZaef15.6 20

131 {aphthaleneGflankedGdiketopyrrolopyrroleGbasedGorganicGsemiconductorsGforGhighGperformanceG
organicGfieldGeffectGtransistorsVGNewgJournalgofgChemistryTG2018TGa]TG[]_daU[]_eb 3.6 20

130 qopingGofGactiveGelectrodeGmaterialsGforGelectrochemicalGbatteriesgGanGelectronicGstructureG
perspectiveVGMRSgCommunicationsTG2017TGdTGb]_UbaZ 2.7 20

129 qerivativeGcouplingGconstantsGofG{x[TG{xdGdyesGandGtheirGrelationGtoGexcitedGstateGdynamicsGinGsolarG
cellGapplicationsVGChemicalgPhysicsgLettersTG2011TGbZ[TGbeZUbec 2.5 20

128
TwoUphotonGstateGselectionGandGangularGmomentumGpolarizationGprobedGbyGvelocityGmapGimaginggG
applicationGtoGuGatomGphotofragmentGangularGdistributionsGfromGtheGphotodissociationGofG
twoUphotonGstateGselectedGuplGandGuorVGJournalgofgChemicalgPhysicsTG2004TG[][TG[[eZ]Uf

3.9 20

127 pomputationalGstudyGofGinterfacialGchargeGtransferGcomplexesGofG]UanthroicGacidGadsorbedGonGaG
titaniaGnanoclusterGforGdirectGinjectionGsolarGcellsVGChemicalgPhysicsgLettersTG2016TGccZTGcfUdb 2.5 20

126 qiketopyrrolopyrroleGcopolymersGbasedGchemicalGsensorsGforGtheGdetectionGandGdiscriminationGofG
volatileGorganicGcompoundsVGSensorsgandgActuatorsgB:gChemicalTG2017TG]b[TGafUbc 8.5 19

125
pomparativeGdensityGfunctionalGtheoryGandGdensityGfunctionalGtightGbindingGstudyGofGarginineGandG
arginineUrichGcellGpenetratingGpeptideGTnTGadsorptionGonGanataseGTi}]VGPhysicalgChemistrygChemicalg
PhysicsTG2016TG[eTG[ffZ]U[d

3.6 19

124 {aUrichGlayeredG{aTipr}GPxGjGZTGZVZcQgG{aUionGbatteryGcathodeGmaterialsGwithGhighGcapacityGandGlongG
cycleGlifeVGScientificgReportsTG2017TGdTG_d_ 4.9 18

123 qiketopyrrolopyrroleGbasedGorganicGsemiconductorsGwithGdifferentGnumbersGofGthiopheneGunitsgG
symmetryGtuningGeffectGonGelectronicGdevicesVGNewgJournalgofgChemistryTG2018TGa]TGaZ[dUaZ]e 3.6 18

122 nGmultimodeUlikeGschemeGforGselectingGtheGcentersGofGtaussianGbasisGfunctionsGwhenGcomputingG
vibrationalGspectraVGChemicalgPhysicsTG2018TGbZfTG[_fU[aa 2.3 18

121 fUsluorenoneGandGfT[ZUanthraquinoneGpotentialGfusedGaromaticGbuildingGblocksGtoGsynthesizeG
electronGacceptorsGforGorganicGsolarGcellsVGNewgJournalgofgChemistryTG2017TGa[TG]effU]fZf 3.6 17

120 αnderstandingGdopingGstrategiesGinGtheGdesignGofGorganicGelectrodeGmaterialsGforGyiGandG{aGionG
batteriesgGanGelectronicGstructureGperspectiveVGPhysicalgChemistrygChemicalgPhysicsTG2017TG[fTG[_[fbU[_]Zf3.6 17

119 RevisitingGˇ�GbackbondinggGtheGinfluenceGofGdGorbitalsGonGmetalUp}GbondsGandGligandGredGshiftsVG
PhysicalgChemistrygChemicalgPhysicsTG2019TG][TG]Ze[aU]Ze][ 3.6 17

118 TheGeffectGofGligandGsubstitutionGandGwaterGcoUadsorptionGonGtheGadsorptionGdynamicsGandGenergyG
levelGmatchingGofGaminoUphenylGacidGdyesGonGTi}]VGPhysicalgChemistrygChemicalgPhysicsTG2012TG[aTG[dafUbb3.6 17

117 –arameterizedGoasesGforGpalculatingGπibrationalGöpectraGqirectlyGfromGabGvnitioGqataGαsingG
RectangularGpollocationVGJournalgofgChemicalgTheorygandgComputationTG2012TGeTG]Zb_Uc[ 6.4 16

116 pommunicationgGfavorableGdimensionalityGscalingGofGrectangularGcollocationGwithGadaptableGbasisG
functionsGupGtoGdGdimensionsVGJournalgofgChemicalgPhysicsTG2013TG[_fTGZb[[Z[ 3.9 16

115 pomparisonGofGalphaGandGbetaGtinGforGlithiumTGsodiumTGandGmagnesiumGstoragegGnnGabGinitioGstudyG
includingGphononGcontributionsVGJournalgofgChemicalgPhysicsTG2015TG[a_TG]ZadZ[ 3.9 15
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114
RandomGöamplingGuighGqimensionalGzodelGRepresentationGtaussianG–rocessGRegressionG
PRöUuqzRUt–RQGforGzultivariateGsunctionGRepresentationgGnpplicationGtoGzolecularG–otentialG
rnergyGöurfacesVGJournalgofgPhysicalgChemistrygATG2020TG[]aTGdbfeUdcZd

2.8 15

113 αnderstandingGtheGdifferenceGinGcohesiveGenergiesGbetweenGalphaGandGbetaGtinGinGqsTGcalculationsVG
AIPgAdvancesTG2016TGcTGZab[[c 1.5 15

112
nGfirstUprinciplesGcomparativeGstudyGofGlithiumTGsodiumTGandGmagnesiumGstorageGinGpureGandG
galliumUdopedGgermaniumgGpompetitionGbetweenGinterstitialGandGsubstitutionalGsitesVGJournalgofg
ChemicalgPhysicsTG2017TG[acTGZ_adZc

3.9 14

111 npplyingGaGömolyakGcollocationGmethodGtoGpl]p}VGMoleculargPhysicsTG2017TG[[bTG[ddbU[deb 1.7 13

110 nGfirstUprinciplesGstudyGofGpotassiumGinsertionGinGcrystallineGvanadiumGoxideGphasesGasGpossibleG
potassiumUionGbatteryGcathodeGmaterialsVGMRSgCommunicationsTG2017TGdTGe[fUe]b 2.7 13

109 nGötudyGofGqiphenylfumaronitrileGandGsuranUöubstitutedGqiketopyrrolopyrroleGnlternatingG
popolymerGandGvtsGThinUsilmGTransistorsVGMacromoleculargChemistrygandgPhysicsTG2014TG][bTGd]bUd_] 2.6 13

108 uighUψorkingU–ressureGöputteringGofGZn}GforGötableGandGrfficientG–erovskiteGöolarGpellsVGACSg
AppliedgElectronicgMaterialsTG2019TG[TG_efU_fc 4 13

107 purvatureGdrasticallyGchangesGdiffusionGpropertiesGofGyiGandG{aGonGgrapheneVGMRSgCommunicationsTG
2013TG_TG[d[U[db 2.7 12

106 nGtriphenylamineGsubstitutedGquinacridoneGderivativeGforGsolutionGprocessedGorganicGlightGemittingG
diodesVGMaterialsgChemistrygandgPhysicsTG2018TG]ZcTGbcUc_ 4.4 12

105 zicromachiningGofGferrousGmetalGwithGanGionGimplantedGdiamondGcuttingGtoolVGCarbonTG2019TG[b]TGbfeUcZe10.4 11

104
TriethyleneGtlycolGöubstitutedGqiketopyrrolopyrroleUGandGvsoindigoUqyeGoasedGqonorâ��ncceptorG
popolymersGforG}rganicGyightUrmittingGrlectrochemicalGpellsGandGTransistorsVGAdvancedgElectronicg
MaterialsTG2020TGcTG[fZ[a[a

6.4 11

103 pomparativeGdensityGfunctionalGtheoryGandGdensityGfunctionalGtightGbindingGstudyGofG]UanthroicGacidG
onGTi}]VGChemicalgPhysicsgLettersTG2016TGca_TG[cU]Z 2.5 11

102
rffectGofGnuclearGvibrationsTGtemperatureTGcoUadsorbedGwaterTGandGdyeGorientationGonGlightG
absorptionTGchargeGinjectionGandGrecombinationGconditionsGinGorganicGdyesGonGTi}]VGPhysicalg
ChemistrygChemicalgPhysicsTG2013TG[bTG[[a[Ud

3.6 11

101 rxplorationGofGtheGforbiddenGregionsGofGtheGRamachandranGplotGPlUˇ�QGwithG—TnvzVGPhysicalg
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