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2015SGbTZ[ 6

155 mlnvGxl––p“UG2015SG]]XT]a[

154 UG2015SG 33

153 tntegerGversusGqractionalGnhargeG–ransferGatGxetalOVtnsulatorPVzrganicGtnterfaceseGnuOVyanlPV–nypUG
2015SGdSG]ZdXT[W[ 48

152
xanyTmodyG‘erturbationG–heoryGOxm‘–PGandG–imeToependentGoensityTqunctionalG–heoryGO–oToq–PeG
xm‘–GtnsightsGlboutGöhatGtsGxissingGtnSGandGnorrectionsG–oSGtheG–oToq–GldiabaticGlpproximationUG
2016SGZacSGXTaW

17

151 ’uantifyingGsolvatedGelectronsNGdelocalizationUGPhysicalhChemistryhChemicalhPhysicsSG2015SGXbSGXcZW]TXb 3.6 19

150
yewGmassivelyGparallelGlinearTresponseGcoupledTclusterGmoduleGinGlnp”GttteGapplicationGtoGstaticG
polarisabilitiesGofGclosedTshellGmoleculesGandGoligomersGandGofGopenTshellGradicalsUGMolecularhPhysics
SG2015SGXTX]

1.7 1

149 ‘lutoniumGandGtransplutoniumGelementGtrioxideseGmolecularGstructuresSGchemicalGbondingSGandG
isomersUGPhysicalhChemistryhChemicalhPhysicsSG2015SGXbSGY[cZXTa 3.6 8

148 xo”GYGandGsemiconductorsGinGtheGflatlandUG2015SGXcSGYWTZW 126
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147 –heoriesGofGphosphorescenceGinGorganoTtransitionGmetalGcomplexesGâ��GqromGrelativisticGeffectsGtoG
simpleGmodelsGandGdesignGprinciplesGforGorganicGlightTemittingGdiodesUG2015SGYd]SG[aTbd 83

146 pliminationGofGtheGasymptoticGfractionalGdissociationGproblemGinGvohnT”hamGdensityTfunctionalG
theoryGusingGtheGensembleTgeneralizationGapproachUGPhysicalhReviewhASG2015SGdXSG 2.6 24

145 pxploringGtheG”ystemGwanthanideV”uccinateGinGtheGqormationGofG‘orousGxetalâ��zrganicG
qrameworkseGpxperimentalGandG–heoreticalG”tudyUG2015SGX]SGZWX]TZWYZ 12

144 qrozenToensityGpmbeddingG”trategyGforGxultilevelG”imulationsGofGplectronicG”tructureUG2015SGXX]SG]cdXTdYc 204

143 “elativisticGxethodsGforGnalculatingGplectronG‘aramagneticG“esonanceGOp‘“PG‘arametersUG2015SGXTZd 2

142 oensityGqunctionalG–heoryG”tudyGofGltomicGwayerGoepositionGofGωincGzxideGonGrrapheneUG2015SGXWSGXWWc 3

141
”izeTdependentGpropertiesGofGtransitionGmetalGclusterseGfromGmoleculesGtoGcrystalsGandG
surfacesTTcomputationalGstudiesGwithGtheGprogramG‘araraussUGPhysicalhChemistryhChemicalhPhysicsSG
2015SGXbSGYc[aZTcZ

3.6 15

140 xodulationGofG‘henolGzxidationGinGnofacialGoyadsUG2015SGXZbSGXXcaWTZ 8

139 ”calingGcorrectionGapproachesGforGreducingGdelocalizationGerrorGinGdensityGfunctionalG
approximationsUG2015SG]cSGXcY]TXc[[ 10

138 yonTparametrizedGfunctionalsGwithGempiricalGdispersionGcorrectionseGlGhappyGmatchjUGTheoreticalh
ChemistryhAccountsSG2015SGXZ[SGX 1.9 16

137 oq–GandG–oToq–GassessmentGofGtheGstructuralGandGoptoelectronicGpropertiesGofGanGorganicTlgX[G
nanoclusterUGJournalhofhPhysicalhChemistryhASG2015SGXXdSG]WccTdc 2.8 27

136 ldvancesGinGmolecularGquantumGchemistryGcontainedGinGtheG’TnhemG[GprogramGpackageUGMolecularh
PhysicsSG2015SGXXZSGXc[TYX] 1.7 2068

135 pvaluatingGandGzptimizingGtheGyp“”nGöorkloadGonGvnightsGwandingUG2016SG 17

134 ‘erspectiveeGvohnT”hamGdensityGfunctionalGtheoryGdescendingGaGstaircaseUGJournalhofhChemicalh
PhysicsSG2016SGX[]SGXZWdWX 3.9 186

133 lGpowerGseriesGrevisitGofGtheG‘mpGexchangeGdensityTfunctionalGapproximationeG–heG‘mppowGmodelUG
JournalhofhChemicalhPhysicsSG2016SGX[]SGY[[XWY 3.9 3

132 sybridGoensityGqunctionalsGlppliedGtoGnomplexG”olidGnatalystseG”uccessesSGwimitationsSGandG
‘rospectsUG2016SGX[aSGcaXTcc] 28

131 yonempiricalGooubleTsybridGqunctionalseGlnGpffectiveG–oolGforGnhemistsUG2016SG[dSGX]WZTXZ 75

130 ”imulatingGyuclearGandGplectronicG’uantumGpffectsGinGpnzymesUG2016SG]bbSGZcdT[Xc 6

Citation Report

10



129 nomputingGorganicGstereoselectivityGTGfromGconceptsGtoGquantitativeGcalculationsGandGpredictionsUG
ChemicalhSocietyhReviewsSG2016SG[]SGaWdZTaXWb 58.5 124

128 nomputationalGpredictionsGofGenergyGmaterialsGusingGdensityGfunctionalGtheoryUG2016SGXSG 373

127 zptimizedGeffectiveGpotentialsGatGaGglanceeGtheGeffectiveGexchangeGpotentialGofGmeckeâ��uohnsonG
appliedGtoGmoleculesUGTheoreticalhChemistryhAccountsSG2016SGXZ]SGX 1.9 1

126 vanGderGöaalsGpotentialGenergyGsurfacesGfromGtheGexchangeTholeGdipoleGmomentGdispersionGmodelUG
2016SGd[SGXW[dTXW]a 1

125 rradientTregulatedGconnectionTbasedGcorrectionGforGtheG‘mpGexchangeeGtheG‘mptransGmodelUG
MolecularhPhysicsSG2016SGXX[SGXW]dTXWa] 1.7 3

124 ’uantifyingGplectronGoelocalizationGinGplectridesUGJournalhofhChemicalhTheoryhandhComputationSG
2016SGXYSGbdTdX 6.4 14

123 pxactGexchangeGandGtheGdensityGfunctionalGtheoryGofGmetalTtoTligandGchargeTtransferGinGfacTtrOppyPZUG
2016SGZZSGXXWTXX] 11

122 ”pinT”tateGpnergeticsGofGqeOtttPGandG“uOtttPGlquaGnomplexeseGlccurateGabGtnitioGnalculationsGandG
pvidenceGforGsugeG”olvationGpffectsUGJournalhofhChemicalhTheoryhandhComputationSG2016SGXYSGX]dYTaW] 6.4 34

121 pxploringGtheGlimitsGofGrecentGexchangeâ��correlationGfunctionalsGinGmodelingGlithiumVbenzeneG
interactionUGTheoreticalhChemistryhAccountsSG2016SGXZ]SGX 1.9 20

120 –heGvanGderGöaalsGinteractionsGinGrareTgasGdimerseGtheGroleGofGinterparticleGinteractionsUGPhysicalh
ChemistryhChemicalhPhysicsSG2016SGXcSGZWXXTYY 3.6 5

119 tmplementationGofGaG‘arallelGwinearT“esponseGnoupledTnlusterT–heoryGxoduleGinGlnp”GtttUG2016SGYdTaW 1

118 oirectionsGforG—seGofGoensityGqunctionalG–heoryeGlG”hortGtnstructionGxanualGforGnhemistsUG2017SGYY]TYab 1

117 mandGmendingGpngineeringGatGzrganicVtnorganicGtnterfacesG—singGzrganicG”elfTlssembledG
xonolayersUG2017SGZSGXaWWZbZ 13

116 nanG−TrayGconstrainedGsartreeTqockGwavefunctionsGretrieveGelectronGcorrelationjUG2017SG[SGXZaTX[a 35

115 tmprovedGtreatmentGofGexactGexchangeGinG’uantumGp”‘“p””zUG2017SGYX[SG]YT]c 25

114 lccurateGalkynylGradicalGstructuresGfromGdensityGfunctionalGcalculationsGwithoutGsartreeTqockG
exchangeUGJournalhofhChemicalhPhysicsSG2017SGX[aSGW][XWd 3.9 4

113 nhargeT–ransferTorivenGyonplanarGldsorptionGofGq–ny’GxoleculesGonGppitaxialGrrapheneUG2017SG
XXSG[daWT[dac 41

112 lccurateGstructuresGandGenergeticsGofGneutralTframeworkGzeotypesGfromGdispersionTcorrectedGoq–G
calculationsUGJournalhofhChemicalhPhysicsSG2017SGX[aSGXb[XXX 3.9 23
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111
–heGopenTcubaneGoxoToxylGcouplingGmechanismGdominatesGphotosyntheticGoxygenGevolutioneGaG
comprehensiveGoq–GinvestigationGonGzTzGbondGformationGinGtheG”GstateUGPhysicalhChemistryh
ChemicalhPhysicsSG2017SGXdSGXZdWdTXZdYZ

3.6 28

110 ’uantumGnhemicalG”pinGoensitiesGforG“adicalGnationsGofG‘hotosyntheticG‘igmentGxodelsUG2017SGdZSGcX]TcZZ 8

109 ”ynthesisSGcharacterizationGandGtheoreticalGstudyGinGgaseousGandGsolidGphasesGofGtheGimineG
[TlcetylTyTO[TmethoxybenzylidenePanilineUG2017SGXX[bSGZWWTZWd 1

108 “oleGofGexactGexchangeGinGthermallyTassistedToccupationGdensityGfunctionalGtheoryeGlGproposalGofG
newGhybridGschemesUGJournalhofhChemicalhPhysicsSG2017SGX[aSGW[[XWY 3.9 27

107 –heGionicGversusGmetallicGnatureGofGYoGelectrideseGaGdensityTfunctionalGdescriptionUGPhysicalh
ChemistryhChemicalhPhysicsSG2017SGXdSGYbZ[ZTYbZ]Y 3.6 10

106 nalculatingGtheGgeometryGandG“amanGspectrumGofGphysiologicalGbisOwThistidinatoPcopperOttPeGanG
assessmentGofGoq–GfunctionalsGforGaqueousGandGisolatedGsystemsUG2017SGYZSGYdW 4

105 menchmarkGoatabasesGofGtntermolecularGtnteractionGpnergieseGoesignSGnonstructionSGandG
”ignificanceUG2017SGXZSGZTdX 5

104 yatureGofGtheGmetallizationGtransitionGinGsolidGhydrogenUG2017SGd]SG 23

103
–heoreticalGreflectionsGonGtheGstructuralGpolymorphismGofGtheGoxygenTevolvingGcomplexGinGtheG”G
stateGandGtheGcorrelationsGtoGsubstrateGwaterGexchangeGandGwaterGoxidationGmechanismGinG
photosynthesisUG2017SGXc]cSGcZZTc[a

5

102 plectronicGbandsGandGopticalGconductivityGofGtheGozyaloshinskyTxoriyaGmultiferroicGmaYnureYzbUG
2017SGdaSG 3

101 “educedGdensityTmatrixGfunctionalsGfromGmanyTparticleGtheoryUG2017SGYYaSGYabbTYadY 16

100 ”elfTconsistentGdeterminationGofGtheGfictitiousGtemperatureGinGthermallyTassistedToccupationG
densityGfunctionalGtheoryUGRSChAdvancesSG2017SGbSG]W[daT]W]Wb 3.7 25

99 “elativisticGxethodsGforGnalculatingGplectronG‘aramagneticG“esonanceGOp‘“PG‘arametersUG2017SGbY]TbaZ 8

98 –heoreticalGmodelingGofGchargeGtrappingGinGcrystallineGandGamorphousGllzUG2017SGYdSGZX[WW] 19

97 öhenGcombinedG−TrayGandGpolarizedGneutronGdiffractionGdataGchallengeGhighTlevelGcalculationseG
spinTresolvedGelectronGdensityGofGanGorganicGradicalUG2017SGbZSG][[T][d 11

96 –imeTdependentGbrokenTsymmetryGdensityGfunctionalGtheoryGsimulationGofGtheGopticalGresponseGofG
entangledGparamagneticGdefectseGnolorGcentersGinGlithiumGfluorideUG2018SGdbSG 3

95 nompositeGandGwowTnostGlpproachesGforGxolecularGnrystalG”tructureG‘redictionUGJournalhofh
ChemicalhTheoryhandhComputationSG2018SGX[SGYYa]TYYba 6.4 11

94 ‘erformanceGofGoensityGqunctionalG–heoryGforG‘redictingGxethaneTtoTxethanolGnonversionGbyGaG
–riTnopperGnomplexUGJournalhofhPhysicalhChemistryhCSG2018SGXYYSGXWY[TXWZa 3.8 20
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93 nomputationalGinsightGintoGmagneticGbehaviorGandGpropertiesGofGtheGtransitionGmetalGcomplexesG
withGredoxTactiveGligandseGaGoq–GapproachUG2018SGdWSGcXXTcY[ 27

92 lnGpfficientGqirstT‘rinciplesG”addleG‘ointG”earchingGxethodGmasedGonGoistributedGvrigingG
xetamodelsUG2018SG[SG 10

91 xetalGyanoparticlesGandGnlustersUG2018SG 12

90 yuclearGquantumGeffectsGinduceGmetallizationGofGdenseGsolidGmolecularGhydrogenUGJournalhofh
ComputationalhChemistrySG2018SGZdSGYaYTYac 3.5 12

89 ”pectroscopicGandGnomputationalG”tudiesGonGwigandTnappedGxetalGyanoparticlesGandGnlustersUG
2018SG]]Tcb 2

88 öarmingG—pGoensityGqunctionalG–heoryUG2018SGY[dTYbX 9

87
“ecentGldvancesGforG“eactionGxechanismsGofGxetalTnatalyzedGlctivationsGofGnarbonTnontainingG
mondsGwithGtheGlidGofGoensityGqunctionalGnalculationsUGBulletinhofhJapanhSocietyhofhCoordinationh
ChemistrySG2018SGbYSGX]TYd

0.3

86 oensityTfunctionalGdescriptionGofGalkalideseGintroducingGtheGalkalideGstateUGPhysicalhChemistryh
ChemicalhPhysicsSG2018SGYWSGYabXWTYabXc 3.6 4

85 qormationGofGzccupiedGandG—noccupiedGsybridGmandsGatGtnterfacesGbetweenGxetalsGandGzrganicG
oonorsVlcceptorsUGJournalhofhPhysicalhChemistryhCSG2018SGXYYSGYb]][TYb]aW 3.8 8

84 oensityGfunctionalGtheoryGandGabGinitioGstudiesGonGhyperfineGcouplingGconstantsGofGphosphinylG
radicalsUGInternationalhJournalhofhQuantumhChemistrySG2018SGXXcSGeY]bbd 2.1 7

83 –heoreticalGoescriptorsGofGplectridesUGJournalhofhPhysicalhChemistryhASG2018SGXYYSGdZbXTdZdX 2.8 42

82 oistinguishingGbetweenGnhargeT–ransferGxechanismsGatGzrganicVtnorganicGtnterfacesGpmployingG
sybridGqunctionalsUGJournalhofhPhysicalhChemistryhCSG2018SGXYYSGX[a[WTX[a]Z 3.8 9

81 ‘redictingGsynthesizabilityUGJournalhPhysicshD:hAppliedhPhysicsSG2019SG]YSG 3 161

80 nontrollingGtheGplectronicGnontactGatGtheG–erpyridineVxetalGtnterfaceUGJournalhofhPhysicalhChemistryh
CSG2019SGXYZSGYXZabTYXZb] 3.8 9

79 “adiolyticGzxidationGofG–woGtnverseGoipeptidesSGxethionineTValineGandGValineTxethionineeGlGuointG
pxperimentalGandGnomputationalG”tudyUGJournalhofhPhysicalhChemistryhBSG2019SGXYZSGdWcbTdWdb 3.4 1

78 O”pinTPdensityTfunctionalGtheoryGforGopenTshellGsystemseGpxactGmagnetizationGdensityGfunctionalGforG
theGhalfTfilledGsubbardGtrimerUGPhysicalhReviewhASG2019SGXWWSG 2.6 4

77 rroundTstateGactinideGchemistryGwithGscalarTrelativisticGmulticonfigurationGpairTdensityGfunctionalG
theoryUGJournalhofhChemicalhPhysicsSG2019SGX]XSGXZ[XWY 3.9 6

76 oelocalizationGprrorGinGoq–T‘redictedGpxtremeGwongT“angeGqunctionalizationGofGnarbonToopedG
sexagonalGmoronGyitrideUGJournalhofhPhysicalhChemistryhCSG2019SGXYZSGX]WaYTX]WbW 3.8 4
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75 ‘erformanceGofGnewGdensityGfunctionalsGofGnondynamicGcorrelationGonGchemicalGpropertiesUGJournalh
ofhChemicalhPhysicsSG2019SGX]WSGYW[XWX 3.9 7

74 masisG”etGpffectsGinGtheGoescriptionGofGtheGnlTzGmondGinGnlzGandG−nlzVnlz−GtsomersGO−GhGsSGzSGandG
nlPG—singGoq–GandGnn”oO–PGxethodsUGJournalhofhChemistrySG2019SGYWXdSGXTYZ 2.3 3

73 ”arinGchemisorbentGbasedGonGcobaltTdopedGgrapheneUGAppliedhSurfacehScienceSG2019SG[cWSGb]dTba[ 6.7 3

72 ”tepwiseGrrowthGofG“utheniumG–erpyridineGnomplexesGonGluG”urfacesUGJournalhofhPhysicalh
ChemistryhCSG2019SGXYZSGa]ZbTa][c 3.8 8

71 tmpactGofG”urfaceGoefectsGonGtheGnhargeG–ransferGatGtnorganicVzrganicGtnterfacesUGJournalhofh
PhysicalhChemistryhCSG2019SGXYZSGbXXcTbXY[ 3.8 4

70 –emplateGeffectsGonGtheGpressureTdependentGbehaviorGofGchabaziteTtypeGfluoroaluminophosphateseG
aGcomputationalGapproachUGPhysicshandhChemistryhofhMineralsSG2019SG[aSGZc]T[WX 1.6 10

69 ooesGtheGgradientTregulatedGconnectionGimproveGtheGdescriptionGofGcorrelatedGmetalGbondG
propertiesjUGInternationalhJournalhofhQuantumhChemistrySG2019SGXXdSGeY]cZX 2.1

68
‘erformanceGofGtimeTdependentGdensityGfunctionalGtheoryGonGtwistedGintramolecularGchargeG
transferGstateGofGemergingGvisibleGlightGphotoswitchesUGJournalhofhPhotochemistryhandhPhotobiologyh
A:hChemistrySG2019SGZbXSGZZaTZ[W

4.7 2

67 wayeredGnathodeGxaterialsGforGwithiumTtonGmatterieseG“eviewGofGnomputationalG”tudiesGonG
wiyiXâ��xâ��ynoxxnyzYGandGwiyiXâ��xâ��ynoxllyzYUGChemistryhofhMaterialsSG2020SGZYSGdX]Td]Y 9.6 76

66 –imeToependentGoensityGqunctionalG–heoryUG2020SGXZT[a 6

65 –rianguleniumGdyeseGtheGcomprehensiveGphotoTabsorptionGandGemissionGstoryGofGaGversatileGfamilyG
ofGchromophoresUGPhysicalhChemistryhChemicalhPhysicsSG2020SGYYSGYWabZTYWac[ 3.6 1

64 ‘yqwz”tneG‘ythonTbasedGqermiTwˆ¶wdinGorbitalGselfTinteractionGcorrectionUGJournalhofhChemicalh
PhysicsSG2020SGX]ZSGWc[XW[ 3.9 8

63 zxidationGofG”ilverGnyanideGlgOnyPGbyGtheGzsG“adicaleGqromGnalculationGtoGxolecularG”imulationG
andGtoGpxperimentUGJournalhofhPhysicalhChemistryhASG2020SGXY[SGXWbcbTXWbdc 2.8 1

62
oensityGqunctionalG–heoryGforGxoleculeTxetalG”urfaceG“eactionseGöhenGooesGtheGreneralizedG
rradientGlpproximationGretGttG“ightSGandGöhatGtoGooGtfGttGooesGyotUGJournalhofhPhysicalhChemistryh
LettersSG2020SGXXSGXW]]YTXW]aW

6.4 20

61 plectronG”pinGoensitiesGandGoensityGqunctionalGlpproximationseGzpenT”hellG‘olycyclicGlromaticG
sydrocarbonsGasGnaseG”tudyUGJournalhofhChemicalhTheoryhandhComputationSG2020SGXaSGZ]abTZ]bb 6.4 6

60 –heGdevilGinGtheGdetailseGlGtutorialGreviewGonGsomeGundervaluedGaspectsGofGdensityGfunctionalGtheoryG
calculationsUGInternationalhJournalhofhQuantumhChemistrySG2020SGXYWSGeYaZZY 2.1 28

59 nlosingGtheGrapGmetweenGpxperimentGandG–heoryeG“eactiveG”catteringGofGsnlGfromGluOXXXPUGJournalh
ofhPhysicalhChemistryhCSG2020SGXY[SGX]d[[TX]daW 3.8 12

58 nhargeG–ransferGintoGzrganicG–hinGqilmseGlGoeeperGtnsightGthroughGxachineTwearningTlssistedG
”tructureG”earchUGAdvancedhScienceSG2020SGbSGYWWWddY 13.6 17
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57 “angeTseparatedGhybridGandGdoubleThybridGdensityGfunctionalseGlGquestGforGtheGdeterminationGofG
theGrangeTseparationGparameterUGJournalhofhChemicalhPhysicsSG2020SGX]YSGY[[XY[ 3.9 13

56
tmprovedGagreementGbetweenGexperimentalGandGcomputationalGresultsGforGcollisionTinducedG
dissociationGmassGspectrometryGofGcationTtaggedGhexosesUGPhysicalhChemistryhChemicalhPhysicsSG2020
SGYYSGadYcTad[X

3.6 2

55
lsymptoticGmehaviorGofGtheGpxchangeTnorrelationGpnergyGoensityGandGtheGvohnT”hamG‘otentialGinG
oensityGqunctionalG–heoryeGpxactG“esultsGandG”trategyGforGlpproximationsUGIsraelhJournalhofh
ChemistrySG2020SGaWSGcW]TcYY

3.4 5

54 öhatGdoGweGlearnGfromGtheGclassicalGturningGsurfaceGofGtheGvohnT”hamGpotentialGasGelectronGnumberG
isGvariedGcontinuouslyjUGJournalhofhChemicalhPhysicsSG2020SGX]YSGW][XW] 3.9 0

53 xodelingGofGtheGspatialGandGelectronicGstructureGandGtheGdipoleGmomentGofGtitanoceneGdicarboranylUG
RussianhChemicalhBulletinSG2020SGadSGYXcTYYc 1.7 2

52 oataTdrivenGaccelerationGofGfirstTprinciplesGsaddleGpointGandGlocalGminimumGsearchGbasedGonG
scalableGraussianGprocessesUG2020SGXXdTXac

51 “eliableGmolecularGdynamicsGsimulationsGforGintrusiveGuncertaintyGquantificationGusingGgeneralizedG
intervalGanalysisUG2020SGYYdTYbX

50 nomputationGofGcovalentGandGnoncovalentGstructuralGparametersGatGlowGcomputationalGcosteG
pfficiencyGofGtheGosT”V‘oGmethodUGInternationalhJournalhofhQuantumhChemistrySG2020SGXYWSGeYaYZZ 2.1 2

49 mayesianGerrorGestimationGinGdensityGfunctionalGtheoryUG2020SGbbTdX

48 “eplacingGhybridGdensityGfunctionalGtheoryeGmotivationGandGrecentGadvancesUGChemicalhSocietyh
ReviewsSG2021SG]WSGc[bWTc[d] 58.5 23

47 qirstTprinciplesGcalculationsGofGhybridGinorganicTorganicGinterfaceseGfromGstateTofTtheTartGtoGbestG
practiceUGPhysicalhChemistryhChemicalhPhysicsSG2021SGYZSGcXZYTcXcW 3.6 11

46 ”pinG–ransitionGinGtheGnobaltOttPGnlathrochelateGqilmsGqromGplectronG”pectroscopyGoataUGRussianh
JournalhofhCoordinationhChemistry/KoordinatsionnayahKhimiyaSG2021SG[bSG]YT]b 1.6 0

45 pxplainingGandGqixingGoq–GqailuresGforG–orsionalGmarriersUGJournalhofhPhysicalhChemistryhLettersSG2021SG
XYSGYbdaTYcW[ 6.4 10

44 nomputationalGxethodsGinGzrganometallicGnhemistryUG2021SGXdT[d

43 lccurateGsingletTtripletGgapsGinGbiradicalsGviaGtheGspinGaveragedGantiTsermitianGcontractedG
”chrˆ¶dingerGequationUGJournalhofhChemicalhPhysicsSG2021SGX][SGXZ[XWZ 3.9 7

42 xethaneGzverTzxidationGbyGpxtraTqrameworkGnopperTzxoGlctiveG”itesGofGnopperTpxchangedG
ωeoliteseGnrucialG“oleGofG–rapsGforGtheG”eparatedGxethylGrroupUGChemPhysChemSG2021SGYYSGXXWXTXXWd 3.2 4

41 ”oftwareGforGtheGfrontiersGofGquantumGchemistryeGlnGoverviewGofGdevelopmentsGinGtheG’TnhemG]G
packageUGJournalhofhChemicalhPhysicsSG2021SGX]]SGWc[cWX 3.9 115

40 nomputationalGlpproachesGtoGtheGplectronicG‘ropertiesGofGyobleGxetalGyanoclustersG‘rotectedGbyG
zrganicGwigandsUGNanomaterialsSG2021SGXXSG 5.4 0
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39 nomputerizedGxolecularGxodelingGofGnarbohydratesUGMethodshinhMolecularhBiologySG2020SGYX[dSG]XZT]Zd1.4 1

38 nomputerizedGmolecularGmodelingGofGcarbohydratesUGMethodshinhMolecularhBiologySG2011SGbX]SGYXT[Y 1.4 7

37 plectronicG‘ropertiesGofGtronG”itesGandG–heirGlctiveGqormsGinG‘orphyrinT–ypeGlrchitecturesUGSpringerh
SerieshonhBioxhandhNeurosystemsSG2019SGb]]TcYZ 0.5 1

36 nomputationalG‘erspectivesGonGzrganolithiumGnarbenoidsUG2012SG[bXT]XW 3

35 reometryGandGspectralGparametersGofGstructurallyGcomplicatedGtitanoceneGinGgasGandGsolutionUG
RussianhChemicalhBulletinSG2018SGabSGYZYZTYZY] 1.7 2

34 zrderâ��disorderGphaseGtransitionGinducedGbyGprotonGtransferGinGaGcoTcrystalGofGYS[TdichlorobenzoicG
acidGandGtrimethylamineGyToxideUGCrystEngCommSG2017SGXdSGZb]ZTZb]d 3.3 2

33 ‘erspectiveeGnhemicalGtnformationGpncodedGinGplectronGoensityUGWulihHuaxuehXuebao/hActahPhysicohxh
ChimicahSinicaSG2018SGZ[SG]abT]cW 3.8 2

32
rroundGelectronicGstateGdescriptionGofGthioureaGcoordinationGinGhomolepticGωnSGyiGandGnoG
complexesGusingGsulfurGvTedgeG−TrayGabsorptionGspectroscopyUGJournalhofhSynchrotronhRadiationSG
2021SGYcSGXcY]TXcZc

2.4

31 –heoreticalG”tudiesGofG‘olymerisationG“eactionsUGChallengeshandhAdvanceshinhComputationalh
ChemistryhandhPhysicsSG2010SGX]bTXca 0.7

30 reneralizedGgradientGexchangeGfunctionalsGbasedGonGtheGgradientTregulatedGconnectioneGaGnewG
memberGofGtheG–nlGfamilyUGHighlightshinhTheoreticalhChemistrySG2013SGYZbTY[Z

29 plectronicG‘ropertiesGofGtronG”itesGandG–heirGlctiveGqormsGinG‘orphyrinT–ypeGlrchitecturesUGSpringerh
SerieshinhBiox/neuroinformaticsSG2014SGbXXTbcY

28 yonTlocalGpxchangeGandGnorrelationUGSpringerhSerieshinhSolidxstatehSciencesSG2015SGXaZTXd] 0.4

27 nhapterGXWe“ationalisingGandG‘redictingGtheG”tructureGandGmondingGofGmareGandGwigatedG–ransitionG
xetalGnlustersGandGyanoparticlesUG2018SGZYWTZ]X

26 lGrradientGnorrectedG–woT‘ointGöeightedGoensityGlpproximationGforGpxchangeGpnergiesUG2018SGYWdTYXc

25 ‘racticalGtreatmentGofGsingletGoxygenGwithGdensityTfunctionalGtheoryGandGtheGmultipletTsumG
methodUGTheoreticalhChemistryhAccountsSG2021SGX[WSGX 1.9 1
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