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203
rasyGrepresentationGofGmultivariateGfunctionsGwithGlowUdimensionalGtermsGviaGtaussianGprocessG
regressionGkernelGdesigngGapplicationsGtoGmachineGlearningGofGpotentialGenergyGsurfacesGandGkineticG
energyGdensitiesGfromGsparseGdataVGMachinegLearning:gSciencegandgTechnologyTG2022TG_TGZ[yTZ]

5.1 3

202
RandomGöamplingGuighGqimensionalGzodelGRepresentationGtaussianG–rocessGRegressionG
PRöUuqzRUt–RQGforGrepresentingGmultidimensionalGfunctionsGwithGmachineUlearnedG
lowerUdimensionalGtermsGallowingGinsightGwithGaGgeneralGmethodVGComputergPhysicsgCommunications
TG2022TG]d[TG[Ze]]Z

4.2 3

201
ndvancedGzachineGyearningGzethodsGforGyearningGfromGöparseGqataGinGuighUqimensionalGöpacesgGnG
–erspectiveGonGαsesGinGtheGαpstreamGofGqevelopmentGofG{ovelGrnergyGTechnologiesVGPhyschemTG
2022TG]TGd]Ufb

0

200 rffectiveGpassivationGofGTi}]WöiGbyGinterlayerGöi}xGcontrolledGbyGscanningGzoneGannealingGforG
perovskiteWöiGtandemGsolarGcellVGSolargEnergyTG2022TG]_cTGdd]Ude[ 6.8

199 parbonWairGsecondaryGbatteryGsystemGandGdemonstrationGofGitsGchargeUdischargeVGJournalgofgPowerg
SourcesTG2021TGb[cTG]_Zce[ 8.9 0

198 zodelingGzethodsGforG–lasmonicGrffectsGinGualideG–erovskiteGoasedGöystemsGforG–hotonicsG
npplicationsG2021TG[Ub]

197 {euralG{etworkG–otentialGrnergyGöurfacesGforGömallGzoleculesGandGReactionsVGChemicalgReviewsTG
2021TG[][TG[Z[edU[Z][d 68.1 63

196 }neUstepGdirectGoxidationGofGfullereneUfusedGalkoxyGethersGtoGketonesGforGevaporableGfullereneG
derivativesVGCommunicationsgChemistryTG2021TGaTG 6.3 4

195 zaterialsGqesignGandG}ptimizationGforG{extUtenerationGöolarGpellGandGyightUrmittingGTechnologiesVG
JournalgofgPhysicalgChemistrygLettersTG2021TG[]TGac_eUacbd 6.4 5

194
öhortGnlkylGphainGrngineeringGzodulationGonG{aphthaleneGslankedGqiketopyrrolopyrroleGtowardG
uighU–erformanceGöingleGprystalGTransistorsGandG}rganicGThinGsilmGqisplaysVGAdvancedgElectronicg
MaterialsTG2021TGdTG]ZZZeZa

6.4 11

193 panGdopingGofGtransitionGmetalGoxideGcathodeGmaterialsGincreaseGachievableGvoltagesGwithG
multivalentGmetalslVGInternationalgJournalgofgQuantumgChemistryTG2021TG[][TGe]ca_f 2.1 0

192 zodelingGofGplasmonicGpropertiesGofGnanostructuresGforGnextGgenerationGsolarGcellsGandGbeyondVG
AdvancesgingPhysics:gXTG2021TGcTG[fZeeae 5.1 2

191 ötructuralGteometryGπariationGofG[TaU{aphthaleneUoasedGpoU–olymersGtoGTuneGtheGqeviceG
–erformanceGofG–πxUuostUoasedG}yrqsVGPolymersTG2021TG[_TG 4.5 1

190
qiketopyrrolopyrroleUoasedGqualUncceptorGpopolymersGtoGRealizeGTunableGphargeGparrierG–olarityG
ofG}rganicGsieldUrffectGTransistorsGandGuighU–erformanceG{onvolatileGnmbipolarGslashGzemoriesVG
ACSgAppliedgElectronicgMaterialsTG2020TG]TG[cZfU[c[e

4 9

189 vnterstitialGversusGsubstitutionalGmetalGinsertionGinGπ]}bGasGpostUlithiumGionGbatteryGcathodegGaG
comparativeGttnWttnGSGαGstudyGwithGlocalizedGbasesVGMRSgCommunicationsTG2020TG[ZTG]bfU]ca 2.7 1

188 nggregateUötateGrffectsGinGtheGntomisticGzodelingGofG}rganicGzaterialsGforGrlectrochemicalGrnergyG
ponversionGandGötorageGqevicesgGnG–erspectiveVGMoleculesTG2020TG]bTG 4.8 2

187 zachineGlearningGforGtheGsolutionGofGtheGöchrˆ¶dingerGequationVGMachinegLearning:gSciencegandg
TechnologyTG2020TG[TGZ[_ZZ] 5.1 32
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186 öynergisticGαseGofG–yridineGandGöelenopheneGinGaGqiketopyrrolopyrroleUoasedGponjugatedG–olymerG
rnhancesGtheGrlectronGzobilityGinG}rganicGTransistorsVGAdvancedgFunctionalgMaterialsTG2020TG_ZTG]ZZZaef15.6 20

185
TriethyleneGtlycolGöubstitutedGqiketopyrrolopyrroleUGandGvsoindigoUqyeGoasedGqonorâ��ncceptorG
popolymersGforG}rganicGyightUrmittingGrlectrochemicalGpellsGandGTransistorsVGAdvancedgElectronicg
MaterialsTG2020TGcTG[fZ[a[a

6.4 11

184 rlectrochemicalG–erformanceGofGoUTypeGπanadiumGqioxideGasGaGöodiumUvonGoatteryGpathodegGnG
pombinedGrxperimentalGandGTheoreticalGötudyVGChemElectroChemTG2020TGdTG_[b[U_[bf 4.3 1

183 sirstU–rincipleGvnsightsGvntoGzolecularGqesignGforGuighUπoltageG}rganicGrlectrodeGzaterialsGforGzgG
oasedGoatteriesVGFrontiersgingChemistryTG2020TGeTGe_ 5 5

182
ReplyGtoGtheGOpommentGonGIRevisitingGˇ�GbackbondinggGtheGinfluenceGofGdGorbitalsGonGmetalUp}GbondsG
andGligandGredGshiftsIOGbyGtVGsrenkingGandGöVG–anTG–hysVGphemVGphemVG–hysVTG]Z[fTG]]TGq}vVGPhysicalg
ChemistrygChemicalgPhysicsTG2020TG]]TGb_eZUb_e]

3.6 5

181 vntramolecularGmodeGcouplingGofGtheGisotopomersGofGwatergGaGnonUscalarGchargeGdensityUderivedG
perspectiveVGPhysicalgChemistrygChemicalgPhysicsTG2020TG]]TG]bZfU]b]Z 3.6 8

180 sirstU–rinciplesGötudyGofGtheGrlectrochemicalGöodiationGofGRutileUTypeGπanadiumGqioxideVGMRSg
AdvancesTG2020TGbTG[acdU[ada 0.7

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

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

177 p}{α{qrumgGnGprogramGforGorbitalUfreeGdensityGfunctionalGtheoryGcalculationsVGComputergPhysicsg
CommunicationsTG2020TG]bcTG[Zd_cb 4.2 6

176 πersatileGnatureGofGanthanthroneGbasedGpolymersGasGactiveGmultifunctionalGsemiconductorsGforG
variousGorganicGelectronicGdevicesVGMaterialsgAdvancesTG2020TG[TG_a]eU_a_e 3.3 3

175 sluorinationGofGpyreneUbasedGorganicGsemiconductorsGenhancesGtheGperformanceGofGlightGemittingG
diodesGandGhalideGperovskiteGsolarGcellsVGOrganicgElectronicsTG2020TGddTG[Zbb]a 3.5 9

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

173 qataUdrivenGkineticGenergyGdensityGfittingGforGorbitalUfreeGqsTgGyinearGvsGtaussianGprocessG
regressionVGJournalgofgChemicalgPhysicsTG2020TG[b_TGZda[Za 3.9 11

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

171 –yrrolo[_T]U]pyrroleU[TaUdioneGPvsoq––QGrndGpappedGwithG{apthalimideGorG–hthalimidegG{ovelGömallG
zolecularGncceptorsGforG}rganicGöolarGpellsVGMoleculesTG2020TG]bTG 4.8 2

170 öolvationUsreeGyiGyewisGncidGrnhancingGReactiongGxineticGötudyGofG[bTc]Uyim–pozGtoG[cTc]Uyim–pozVG
OrganicgLettersTG2020TG]]TGd]_fUd]a_ 6.2 4

169 }xygenGRedoxGnctivityGinGpathodesgGnGpommonG–henomenonGpallingGforGqensityUoasedGqescriptorsVG
JournalgofgPhysicalgChemistrygCTG2020TG[]aTG[ffc]U[ffce 3.8 1
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168
RandomGöamplingGuighGqimensionalGzodelGRepresentationGtaussianG–rocessGRegressionG
PRöUuqzRUt–RQGforGzultivariateGsunctionGRepresentationgGnpplicationGtoGzolecularG–otentialG
rnergyGöurfacesVGJournalgofgPhysicalgChemistrygATG2020TG[]aTGdbfeUdcZd

2.8 15

167 {onparametricGyocalG–seudopotentialsGwithGzachineGyearninggGnGTinG–seudopotentialGouiltGαsingG
taussianG–rocessGRegressionVGJournalgofgPhysicalgChemistrygATG2020TG[]aTG[[[[[U[[[]a 2.8 4

166 nbGinitioGmodelingGandGdesignGofGvanadiaUbasedGelectrodeGmaterialsGforGpostUlithiumGbatteriesVG
JournalgPhysicsgD:gAppliedgPhysicsTG2020TGb_TGZe_ZZ[ 3 6

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

164
uighlyGöelectiveGandGöcalableGsullereneUpationUzediatedGöynthesisGnccessingGpyclo[cZ]fullerenesG
withGsiveUzemberedGparbonGRingGandGTheirGnpplicationGtoG–erovskiteGöolarGpellsVGChemistrygofg
MaterialsTG2019TG_[TGea_]Uea_f

9.6 27

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

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

161 zicromachiningGofGferrousGmetalGwithGanGionGimplantedGdiamondGcuttingGtoolVGCarbonTG2019TG[b]TGbfeUcZe10.4 11

160 {aphthalimideGendUcappedGdiphenylacetylenegGaGversatileGorganicGsemiconductorGforGblueGlightG
emittingGdiodesGandGaGdonorGorGanGacceptorGforGsolarGcellsVGNewgJournalgofgChemistryTG2019TGa_TGf]a_Uf]ba3.6 8

159
ooostingGinvertedGperovskiteGsolarGcellGperformanceGbyGusingG
fTfUbisPaUdiphenylaminophenylQfluoreneGfunctionalizedGwithGtriphenylamineGasGaGdopantUfreeGholeG
transportingGmaterialVGJournalgofgMaterialsgChemistrygATG2019TGdTG[]bZdU[]b[d

13 52

158 nGöchemeGforGαltrasensitiveGqetectionGofGzoleculesGwithGπibrationalGöpectroscopyGinGpombinationG
withGöignalG–rocessingVGMoleculesTG2019TG]aTG 4.8 5

157 vndenofluoreneUbasedUcopolymersgGvnfluenceGofGelectronUdeficientGbenzothiadiazoleGPoTQGandG
benzooxadiazoleGPo}QGmoietiesGonGlightGemittingGdevicesVGOrganicgElectronicsTG2019TGdZTG[aU]a 3.5 6

156 rffectGofGorganicGcationGstatesGonGelectronicGpropertiesGofGmixedGorganicUinorganicGhalideG
perovskiteGclustersVGPhysicalgChemistrygChemicalgPhysicsTG2019TG][TGe[c[Ue[cf 3.6 7

155 rffectGofG{uclearGzotionGonGphargeGTransportGinGsullerenesgGnGpombinedGqensityGsunctionalGTightG
oindingâ��qensityGsunctionalGTheoryGvnvestigationVGFrontiersgingEnergygResearchTG2019TGdTG 3.8 6

154 yithiumGnttachmentGtoGpcZGandG{itrogenUGandGooronUqopedGpcZgGnGzechanisticGötudyVGMaterialsTG
2019TG[]TG 3.5 6

153
{aphthaleneGflankedGdiketopyrrolopyrrolegGnGnewGq––GfamilyGmemberGandGitsGcomparativeG
optoelectronicGpropertiesGwithGthiopheneUGandGfuranUGflankedGq––GcounterpartsVGOrganicgElectronics
TG2019TGdaTG]fZU]fe

3.5 5

152 qualGchemosensorGforGtheGrapidGdetectionGofGmercuryPiiQGpollutionGandGbiothiolsVGAnalystvgTheTG2019TG
[aaTGafZeUaf[c 5 26

151 zachineGyearningG}ptimizationGofGtheGpollocationG–ointGöetGforGöolvingGtheGxohnUöhamGrquationVG
JournalgofgPhysicalgChemistrygATG2019TG[]_TG[Zc_[U[Zca] 2.8 9
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150 qopantUfreeGnovelGholeUtransportingGmaterialsGbasedGonGquinacridoneGdyeGforGhighUperformanceG
andGhumidityUstableGmesoporousGperovskiteGsolarGcellsVGJournalgofgMaterialsgChemistrygATG2019TGdTGb_[bUb_]_13 55

149 rxperimentalGandGTheoreticalGötudiesGofGTrisodiumU[T_TbUoenzeneGTricarboxylateGasGaGyowUπoltageG
nnodeGzaterialGforGöodiumUvonGoatteriesVGEnergygTechnologyTG2019TGdTG[eZ[Z_Z 3.5 10

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

147 }rganicGelectrodeGmaterialsGforGlithiumGandGpostUlithiumGbatteriesgGanGabGinitioGperspectiveGonG
designVGCurrentgOpiniongingGreengandgSustainablegChemistryTG2019TG[dTGeU[a 7.9 8

146 nGpomparativeGsirstU–rinciplesGötudyGofGyithiumTGöodiumGandGzagnesiumGvnsertionGrnergeticsGinG
orookiteGTitaniumGqioxideVGMRSgAdvancesTG2019TGaTGe_dUea] 0.7 5

145
xineticGenergyGdensitiesGbasedGonGtheGfourthGorderGgradientGexpansiongGperformanceGinGdifferentG
classesGofGmaterialsGandGimprovementGviaGmachineGlearningVGPhysicalgChemistrygChemicalgPhysicsTG
2018TG][TG_deU_fb

3.6 29

144
zolecularGrngineeringGαsingGanGnnthanthroneGqyeGforGyowUpostGuoleGTransportGzaterialsgGnG
ötrategyGforGqopantUsreeTGuighUrfficiencyTGandGötableG–erovskiteGöolarGpellsVGAdvancedgEnergyg
MaterialsTG2018TGeTG[dZ_ZZd

21.8 115

143
{aphthalimideGendGcappedGanthraquinoneGbasedGsolutionUprocessableGnUchannelGorganicG
semiconductorsgGeffectGofGalkylGchainGengineeringGonGchargeGtransportVGJournalgofgMaterialsg
ChemistrygCTG2018TGcTG_ddaU_dec

7.1 24

142 qiketopyrrolopyrroleGbasedGorganicGsemiconductorsGwithGdifferentGnumbersGofGthiopheneGunitsgG
symmetryGtuningGeffectGonGelectronicGdevicesVGNewgJournalgofgChemistryTG2018TGa]TGaZ[dUaZ]e 3.6 18

141 qopantUdopantGinteractionsGinGberylliumGdopedGindiumGgalliumGarsenidegGnnGabGinitioGstudyVGJournalg
ofgMaterialsgResearchTG2018TG__TGaZ[Ua[_ 2.5 2

140 nGmultimodeUlikeGschemeGforGselectingGtheGcentersGofGtaussianGbasisGfunctionsGwhenGcomputingG
vibrationalGspectraVGChemicalgPhysicsTG2018TGbZfTG[_fU[aa 2.3 18

139 }neGstepGfacileGsynthesisGofGaGnovelGanthanthroneGdyeUbasedTGdopantUfreeGholeGtransportingG
materialGforGefficientGandGstableGperovskiteGsolarGcellsVGJournalgofgMaterialsgChemistrygCTG2018TGcTG_cffU_dZe7.1 48

138
{euralGnetworksGvsGtaussianGprocessGregressionGforGrepresentingGpotentialGenergyGsurfacesgGnG
comparativeGstudyGofGfitGqualityGandGvibrationalGspectrumGaccuracyVGJournalgofgChemicalgPhysicsTG
2018TG[aeTG]a[dZ]

3.9 96

137
TheGroleGofGweakGinteractionsGinGcharacterizingGpeptideGfoldingGpreferencesGusingGaG—TnvzG
interpretationGofGtheGRamachandranGplotGPlUˇ�QVGInternationalgJournalgofgQuantumgChemistryTG2018TG
[[eTGe]babc

2.1 4

136
pomparisonGofGopticalGabsorptionGspectraGofGorganicGmoleculesGandGaggregatesGcomputedGfromGrealG
frequencyGdependentGpolarizabilityGtoGTqUqsTGandGtheGdipoleGapproximationVGJournalgofgChemicalg
PhysicsTG2018TG[afTGZaa[[a

3.9 6

135 nceneUbasedGorganicGsemiconductorsGforGorganicGlightUemittingGdiodesGandGperovskiteGsolarGcellsVG
JournalgofgMaterialsgChemistrygCTG2018TGcTGfZ[dUfZ]f 7.1 41

134
–hthalimideGandGnaphthalimidegGrffectGofGendUcappingGgroupsGonGmolecularGpropertiesGandG
photovoltaicGperformanceGofGfUfluorenoneGbasedGacceptorsGforGorganicGsolarGcellsVGOrganicg
ElectronicsTG2018TGc]TG[]U]Z

3.5 5

133 sirstU–rinciplesGötudyGofGtheGpalciumGvnsertionGinGyayeredGandG{onUyayeredG–hasesGofGπanadiaVGMRSg
AdvancesTG2018TG_TG_bZdU_b[] 0.7 3

(2018-2019)
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132 {aphthaleneGflankedGdiketopyrrolopyrroleGbasedGorganicGsemiconductorsGforGhighGperformanceG
organicGfieldGeffectGtransistorsVGNewgJournalgofgChemistryTG2018TGa]TG[]_daU[]_eb 3.6 20

131 nGtriphenylamineGsubstitutedGquinacridoneGderivativeGforGsolutionGprocessedGorganicGlightGemittingG
diodesVGMaterialsgChemistrygandgPhysicsTG2018TG]ZcTGbcUc_ 4.4 12

130 phargeGandGqischargeG–rocessesGandGöodiumGötorageGinGqisodiumG–yridineU]TbUqicarboxylateG
nnodeâ��vnsightsGfromGrxperimentsGandGTheoryVGAdvancedgEnergygMaterialsTG2018TGeTG[dZ[bd] 21.8 28

129 vnverseGzultiquadraticGsunctionsGasGtheGoasisGforGtheGRectangularGpollocationGzethodGtoGöolveGtheG
πibrationalGöchrˆ¶dingerGrquationVGMathematicsTG2018TGcTG]b_ 2.3 5

128 αsingGrectangularGcollocationGwithGfiniteGdifferenceGderivativesGtoGsolveGelectronicGöchrˆ¶dingerG
equationVGJournalgofgChemicalgPhysicsTG2018TG[afTG]Za[Zb 3.9 9

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

126 TheGroleGofGsolventGchargeGdonationGinGtheGstabilizationGofGmetalGionsGinGaqueousGsolutionVGMRSg
CommunicationsTG2018TGeTG[[_fU[[aa 2.7 5

125 vnfluenceGofGtheGaggregateGstateGonGbandGstructureGandGopticalGpropertiesGofGpcZGcomputedGwithG
differentGmethodsVGJournalgofgChemicalgPhysicsTG2018TG[aeTG]Za_Z[ 3.9 9

124 trownUinGberylliumGdiffusionGinGindiumGgalliumGarsenidegGnnGabGinitioTGcontinuumGtheoryGandGkineticG
zonteGparloGstudyVGActagMaterialiaTG2017TG[]bTGabbUaca 8.4 3

123 qefectsGinGcrystallineG–πqsgGaGdensityGfunctionalGtheoryUdensityGfunctionalGtightGbindingGstudyVG
PhysicalgChemistrygChemicalgPhysicsTG2017TG[fTGdbcZUdbcd 3.6 5

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

121 nluminiumGandGmagnesiumGinsertionGinGsulfurUbasedGspinelsgGaGfirstUprinciplesGstudyVGPhysicalg
ChemistrygChemicalgPhysicsTG2017TG[fTGcZdcUcZe[ 3.6 28

120 nGcomparativeGstudyGofGelectrochemicalTGopticalGpropertiesGandGelectropolymerizationGbehaviorGofG
thiopheneUGandGfuranUsubstitutedGdiketopyrrolopyrroleVGJournalgofgMaterialsgResearchTG2017TG_]TGe[ZUe][2.5 10

119 nGzodelGforGrstimatingGphemicalG–otentialsGinGTernaryGöemiconductorGpompoundsgGtheGpaseGofG
vntansVGMRSgAdvancesTG2017TG]TG]fZfU]f[a 0.7 2

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

117
zolecularGrngineeringGötrategyGforGuighGrfficiencyGsullereneUsreeG}rganicGöolarGpellsGαsingG
ponjugatedG[TeU{aphthalimideGandGsluorenoneGouildingGolocksVGACSgAppliedgMaterialsgoamp;g
InterfacesTG2017TGfTG[cfcdU[cfdc

9.5 38

116
qisodiumG–yridineGqicarboxylateGvsGqisodiumGTerephthalateGasGnnodeGzaterialsGforG}rganicG{aGvonG
oatteriesgGrffectGofGzolecularGötructureGonGπoltageGfromGtheGzolecularGzodelingG–erspectiveVGMRSg
AdvancesTG2017TG]TG_]_[U_]_b

0.7 8

115 qiketopyrrolopyrroleGcopolymersGbasedGchemicalGsensorsGforGtheGdetectionGandGdiscriminationGofG
volatileGorganicGcompoundsVGSensorsgandgActuatorsgB:gChemicalTG2017TG]b[TGafUbc 8.5 19
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114 vnvestigationGofGthiopheneGflankedGdiketopyrrolopyrroleGmonomersGwithGstraightGandGbranchedG
alkylGchainsGandGtheirGelectropolymerizationGstudyVGJournalgofgMaterialsgResearchTG2017TG_]TG]dZdU]d[e 2.5 6

113 }nGtheGphargeGötateGofGTitaniumGinGTitaniumGqioxideVGJournalgofgPhysicalgChemistrygLettersTG2017TGeTG[bf_U[bfe6.4 49

112 pomparisonGofGyiTG{aTGzgGandGnlUionGinsertionGinGvanadiumGpentoxidesGandGvanadiumGdioxidesVGRSCg
AdvancesTG2017TGdTG[eca_U[ecaf 3.7 42

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

110
nGfirstUprinciplesGcomparativeGstudyGofGlithiumTGsodiumTGandGmagnesiumGstorageGinGpureGandG
galliumUdopedGgermaniumgGpompetitionGbetweenGinterstitialGandGsubstitutionalGsitesVGJournalgofg
ChemicalgPhysicsTG2017TG[acTGZ_adZc

3.9 14

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

108
pomparativeGdensityGfunctionalGtheoryUdensityGfunctionalGtightGbindingGstudyGofGfullereneG
derivativesgGeffectsGdueGtoGfullereneGsizeTGaddendsTGandGcrystallinityGonGbandGstructureTGchargeG
transportGandGopticalGpropertiesVGPhysicalgChemistrygChemicalgPhysicsTG2017TG[fTG]e__ZU]e_a_

3.6 20

107 nGfirstUprinciplesGstudyGofGpotassiumGinsertionGinGcrystallineGvanadiumGoxideGphasesGasGpossibleG
potassiumUionGbatteryGcathodeGmaterialsVGMRSgCommunicationsTG2017TGdTGe[fUe]b 2.7 13

106 qopingGofGactiveGelectrodeGmaterialsGforGelectrochemicalGbatteriesgGanGelectronicGstructureG
perspectiveVGMRSgCommunicationsTG2017TGdTGb]_UbaZ 2.7 20

105 nGnewGpyreneGcoredGsmallGorganicGmoleculeGwithGaGflexibleGalkylGspacergGaGpotentialGsolutionG
processableGblueGemitterGwithGbrightGphotoluminescenceVGNewgJournalgofgChemistryTG2017TGa[TG[[_e_U[[_fZ3.6 9

104 rxplorationGofGtheGforbiddenGregionsGofGtheGRamachandranGplotGPlUˇ�QGwithG—TnvzVGPhysicalg
ChemistrygChemicalgPhysicsTG2017TG[fTG]ca]_U]ca_a 3.6 11
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7.1 49
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101 ndditionGtoGI}nGtheGphargeGötateGofGTitaniumGinGTitaniumGqioxideIVGJournalgofgPhysicalgChemistryg
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rlectrochemicalGoatteriesgGnnGabGvnitioG–erspectiveVGEnergiesTG2017TG[ZTG]Zc[ 3.1 7
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74 {euralGnetworkUbasedGapproachesGforGbuildingGhighGdimensionalGandGquantumGdynamicsUfriendlyG
potentialGenergyGsurfacesVGInternationalgJournalgofgQuantumgChemistryTG2015TG[[bTG[Z[]U[Z]Z 2.1 140
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72 qefectsGinGalphaGandGgammaGcrystallineGnyloncgGnGcomputationalGstudyVGAIPgAdvancesTG2015TGbTG[Zd[]_ 1.5 4
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69 öignificantGvmprovementGofG}ptoelectronicGandG–hotovoltaicG–ropertiesGbyGvncorporatingG
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SergeitManzhos

10
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35 TheoreticalGanalysisGofGtheGabsorptionGspectraGofGorganicGdyesGdifferingGbyGtheGconjugationG
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30 TheoreticalGanalysisGofGtheGsolvatochromismGofGorganicGdyesGdifferingGbyGtheGconjugationGsequenceVG
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29 rffectGofGnuclearGvibrationsTGtemperatureTGandGorientationGonGinjectionGandGrecombinationG
conditionsGinGaminoUphenylGacidGdyesGonGTi}G]G2012TG 5

28
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21 TheoreticalGstudyGofGtheGoriginGofGtheGlargeGdifferenceGinGtheGvisibleGabsorptionGspectraGofGorganicG
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