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139 oVtGbondGactivationGbyGoxygenVcenteredGradicalsGoverGatomicGclustersWGAccountsloflChemicall
ResearchUG2012UG_aUG]d[VeY 24.3 229

138 oharacterizationGandGreactivityGofGoxygenVcentredGradicalsGoverGtransitionGmetalGoxideGclustersWG
PhysicallChemistrylChemicallPhysicsUG2011UGZ]UGZe[aV]d 3.6 149

137 mdsorptionGenergiesGofGmolecularGoxygenGonGmuGclustersWGJournalloflChemicallPhysicsUG2004UGZ[YUGeae_VbYY3.9 149

136 oarbonGdioxideGhydrogenationGonGziPZZYRWGJournalloflthelAmericanlChemicallSocietyUG2008UGZ]YUGZZ_ZcV[[16.4 132

135 mctiveGsitesGofGstoichiometricGceriumGoxideGcationsGPoem{[mTRGprobedGbyGreactionsGwithGcarbonG
monoxideGandGsmallGhydrocarbonGmoleculesWGPhysicallChemistrylChemicallPhysicsUG2010UGZ[UG]ed_Vec 3.6 123

134 ·atiometricGfluorescentGsensorGbasedGonGinhibitionGofGresonanceGforGdetectionGofGcadmiumGinG
aqueousGsolutionGandGlivingGcellsWGInorganiclChemistryUG2011UGaYUG]bdYVeY 5.1 114

133 TransitionGmetalGoxideGclustersGwithGcharacterGofGoxygenVcenteredGradicalfGaGprTGstudyWGTheoreticall
ChemistrylAccountsUG2010UGZ[cUG__eV_ba 1.9 113

132 tydrogenVmssistedGTransformationGofGo{[GonGzickelfGTheG·oleGofGrormateGandGoarbonGyonoxideWG
JournalloflPhysicallChemistrylLettersUG2010UGZUG_Y[V_Yb 6.4 99

131 tydrogenVatomGabstractionGfromGmethaneGbyGstoichiometricGearlyGtransitionGmetalGoxideGclusterG
cationsWGChemicallCommunicationsUG2010UG_bUGZc]bVd 5.8 93

130 ·oomVtemperatureGmethaneGactivationGbyGaGbimetallicGoxideGclusterGWGChemicallPhysicslLettersUG2010
UG_deUG[aV[e 2.5 91

129 yethaneGactivationGbyGΔ]}{ZYP¸�TRGandGΔ_{ZYP¸�TRGclustersfGaGcomparativeGstudyWGPhysicallChemistryl
ChemicallPhysicsUG2010UGZ[UGZ[[[]Vd 3.6 82

128 tydrogenVatomGabstractionGfromGmethaneGbyGstoichiometricGvanadiumVsiliconGheteronuclearGoxideG
clusterGcationsWGChemistrylzlAlEuropeanlJournalUG2010UGZbUGZZ_b]VcY 4.8 82

127 TheoreticalGstudyGofGnitricGoxideGadsorptionGonGmuGclustersWGJournalloflChemicallPhysicsUG2004UGZ[ZUG[aadVb[3.9 74

126
qxperimentalGandGTheoreticalG˙tudyGofGtheG·eactionsGbetweenGoeriumG{xideGolusterGmnionsGandG
oarbonGyonoxidefG˙izeVpependentG·eactivityGofGoen{[nTZâ��GPnGiGZâ��[ZRWGJournalloflPhysicall
ChemistrylCUG2011UGZZaUGZ]][eVZ]]]c

3.8 71

125 qxperimentalGandGTheoreticalG˙tudyGofGtheG·eactionsGbetweenGΔanadiumâ��˙iliconGteteronuclearG
{xideGolusterGmnionsGwithGnVnutaneWGJournalloflPhysicallChemistrylCUG2010UGZZ_UGZ[[cZVZ[[ce 3.8 71

124
·eactivityGofGatomicGoxygenGradicalGanionsGboundGtoGtitaniaGandGzirconiaGnanoparticlesGinGtheGgasG
phasefGlowVtemperatureGoxidationGofGcarbonGmonoxideWGJournalloflthelAmericanlChemicallSocietyUG
2013UGZ]aUG[eeZVd

16.4 68

123 oioGbondGcleavageGonGneutralGΔ{]PΔ[{aRnGclustersWGJournalloflthelAmericanlChemicallSocietyUG2009UG
Z]ZUGZYacVbb 16.4 68
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122 nenzodithiopheneGbridgedGdimericGperyleneGdiimideGamphiphilesGasGefficientGsolutionVprocessedG
nonVfullereneGsmallGmoleculesWGPolymerlChemistryUG2013UG_UG_b]Z 4.9 64

121 yethaneGactivationGbyGyttriumVdopedGvanadiumGoxideGclusterGcationsfGlocalGchargeGeffectsWG
ChemistrylzlAlEuropeanlJournalUG2011UGZcUGZZc[dV]] 4.8 64

120 rormationUGdistributionUGandGstructuresGofGoxygenVrichGironGandGcobaltGoxideGclustersWGInternationall
JournalloflMasslSpectrometryUG2009UG[dZUGc[Vcd 1.9 63

119 ˙elfVassembledGhollowGnanospheresGstronglyGenhanceGphotoluminescenceWGJournalloflthelAmericanl
ChemicallSocietyUG2011UGZ]]UGZZY[[Va 16.4 59

118 ˙ingleVatomGironGcatalystGwithGsingleVvacancyGgrapheneVbasedGsubstrateGasGaGnovelGcatalystGforGz{G
oxidationfGaGtheoreticalGstudyWGCatalysislSciencelandlTechnologyUG2018UGdUG_ZaeV_Zbd 5.5 55

117 ˙upportGeffectsGinGsingleGatomGironGcatalystsGonGadsorptionGcharacteristicsGofGtoxicGgasesGPz{[UG
zt]UG˙{]GandGt[˙RWGAppliedlSurfacelScienceUG2018UG_]bUGadaVaea 6.7 55

116 pirectlyGcatalyticGreductionGofGz{GwithoutGzt]GbyGsingleGatomGironGcatalystfGmGprTGcalculationWGFuelUG
2019UG[_]UG[b[V[cY 7.1 54

115 oâ��â��tGactivationGonGaluminumVvanadiumGbimetallicGoxideGclusterGanionsWGChemistrylzlAlEuropeanl
JournalUG2011UGZcUG]__eVac 4.8 52

114
oollisionVinducedGdissociationGandGdensityGfunctionalGtheoryGstudiesGofGo{GadsorptionGoverG
zirconiumGoxideGclusterGionsfGoxidativeGandGnonoxidativeGadsorptionWGJournalloflPhysicallChemistrylAUG
2011UGZZaUGa[]dV_b

2.8 49

113 mctivationGofGmultipleGoVtGbondsGpromotedGbyGgoldGinGmuzb{P]RPTRGclustersWGAngewandtelChemielzl
InternationallEditionUG2013UGa[UG[___Vd 16.4 48

112 pensityVfunctionalGglobalGoptimizationGofGPxa[{]RnGclustersWGJournalloflChemicallPhysicsUG2012UGZ]cUG[Z_]ZZ3.9 46

111 sroundGstateGstructuresGofGreP[R{P_VbRPTRGclustersGprobedGbyGreactionsGwithGzP[RWGJournalloflPhysicall
ChemistrylAUG2009UGZZ]UGa]Y[Ve 2.8 44

110 }artialGoxidationGofGpropyleneGcatalyzedGbyGΔ{]GclustersfGaGdensityGfunctionalGtheoryGstudyWGJournall
oflPhysicallChemistrylAUG2008UGZZ[UGaed_Ve] 2.8 44

109 TheGadsorptionGcharacteristicsGofGms[{]UG}bYUG}b{GandG}bol[GonGsingleGatomGironGadsorbentGwithG
grapheneVbasedGsubstratesWGChemicallEngineeringlJournalUG2019UG]bZUG]Y_V]Z] 14.7 44

108 racileGsynthesisGofGZVbromoVcValkoxylGperyleneGdiimideGdyesfGtowardGunsymmetricalG
functionalizationsGatGtheGZUcVpositionsWGTetrahedronlLettersUG2012UGa]UGZYe_VZYec 2 42

107 pensityGfunctionalGstudyGonGcageGandGnoncageGPre[{]RnGclustersWGJournalloflChemicallPhysicsUG2009UG
Z]YUGYZ_]Y] 3.9 42

106 mdsorptionGsensitivityGofGreGdecoratedGdifferentGgrapheneGsupportsGtowardGtoxicGgasGmoleculesGPo{G
andGz{RWGAppliedlSurfacelScienceUG2018UG_abUG]aZV]ae 6.7 39

105 ˙upportGeffectsGonGadsorptionGandGcatalyticGactivationGofG{GinGsingleGatomGironGcatalystsGwithG
grapheneVbasedGsubstratesWGPhysicallChemistrylChemicallPhysicsUG2018UG[YUGc]]]Vc]_Z 3.6 38
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104 zVPZVnaphthylRGethylenediamineGdinitratefGaGnewGmatrixGforGnegativeGionGymxpuVT{rGy˙GanalysisGofG
smallGmoleculesWGJournalloflthelAmericanlSocietylforlMasslSpectrometryUG2012UG[]UGZ_a_VbY 3.5 38

103 TheGadsorptionGcharacteristicsGofGmercuryGspeciesGonGsingleGatomGironGcatalystsGwithGdifferentG
grapheneVbasedGsubstratesWGAppliedlSurfacelScienceUG2018UG_aaUGe_YVeaZ 6.7 37

102 qxperimentalGandGtheoreticalGstudyGofGtheGreactionsGbetweenGvanadiumGoxideGclusterGcationsGandG
waterWGJournalloflPhysicallChemistrylAUG2012UGZZbUG[Y_eVa_ 2.8 36

101 TheoreticalGstudyGonGdoubleVatomGcatalystsGsupportedGwithGgrapheneGforGelectroreductionGofG
nitrogenGintoGammoniaWGElectrochimicalActaUG2020UG]]aUGZ]abbc 6.7 35

100 qlectronicGstructureGandGreactivityGofGaGbiradicalGclusterfG˙c]{bPVRWGPhysicallChemistrylChemicall
PhysicsUG2011UGZ]UGZYYd_VeY 3.6 32

99 oharacterizationGofGmononuclearGoxygenVcenteredGradicalGP{PVSRRGinGZrP[R{PdRPVRGclusterWGJournallofl
PhysicallChemistrylAUG2010UGZZ_UGZYY[_Vc 2.8 32

98 TheoreticalGresearchGonGheterogeneousGreductionGofGz[{GbyGcharWGAppliedlThermallEngineeringUG
2017UGZ[bUG[dV]b 5.8 30

97 qxperimentalGandGtheoreticalGstudyGofGhydrogenGatomGabstractionGfromGnVbutaneGbyGlanthanumG
oxideGclusterGanionsWGJournalloflPhysicallChemistrylAUG2011UGZZaUGZY[_aVaY 2.8 30

96 ˙tructuresGandGreactivityGofGoxygenVrichGscandiumGclusterGanionsG˙c{P]VaRVWGChemPhysChemUG2012UG
Z]UGZ[d[Vd 3.2 29

95 mGtheoreticalGinvestigationGonGdopingGsuperalkaliGforGtriggeringGconsiderableGnonlinearGopticalG
propertiesGofG˙iGoGnanostructureWGJournalloflComputationallChemistryUG2017UG]dUGZac_VZad[ 3.5 28

94 TheoreticalGstudyGofGmolecularGnitrogenGadsorptionGonGmuGclustersWGComputationallandlTheoreticall
ChemistryUG2005UGcaaUGeVZc 27

93 pensityGfunctionalGtheoryGstudyGofGWnGPni[â��_RGclustersWGComputationallandlTheoreticallChemistryUG
2005UGcacUGZZ]VZZd 27

92 noronGnitrideGsupportedGzioo}GnanoparticlesGasGnobleGmetalVfreeGcatalystGforGhighlyGefficientG
hydrogenGgenerationGfromGammoniaGboraneWGInternationallJournalloflHydrogenlEnergyUG2019UG__UG_cb_V_ccY6.7 27

91 TheoreticalGunvestigationGofGtheG˙electiveG{xidationGofGyethanolGtoGrormaldehydeGonGΔanadiumG
{xideG˙peciesG˙upportedGonG˙ilicafG−mbrellaGyodelWGJournalloflPhysicallChemistrylCUG2010UGZZ_UG]ZbZV]Zbe3.8 26

90 yodelingGadsorptionGofGo{[GonGziPZZYRGsurfaceWGMaterialslSciencelandlEngineeringlCUG2007UG[cUGZ]aaVZ]ae8.3 26

89 poubleVoxygenVatomGtransferGinGreactionsGofGoePmR{P[mRPTRGPmi[VbRGwithGo[t[WGChemPhysChemUG
2011UGZ[UG[ZZYVc 3.2 25

88 ˙ynthesisGandGchargeVtransportingGpropertiesGofGelectronVdeficientGoz[â��fluoreneGbasedGpâ��mG
copolymersWGPolymerlChemistryUG2012UG]UG[ZcY 4.9 24

87 seometricGstructuresUGelectronicGcharacteristicsUGstabilitiesUGcatalyticGactivitiesUGandGdescriptorsGofG
grapheneVbasedGsingleVatomGcatalystsWGNanolMaterialslScienceUG2020UG[UGZ[YVZ]Z 10.2 24
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86 nimetallicGsitesGsupportedGonGzVdopedGgrapheneGPPreUooRXzVszRGasGaGnewGcatalystGforGz{GoxidationfG
mGtheoreticalGinvestigationWGMolecularlCatalysisUG2019UG_cYUGabVbb 3.3 23

85 TheGeffectGofGcoordinationGenvironmentGonGtheGkineticGandGthermodynamicGstabilityGofGsingleVatomG
ironGcatalystsWGPhysicallChemistrylChemicallPhysicsUG2020UG[[UG]ed]V]ede 3.6 23

84 qxperimentalGandGTheoreticalG˙tudyGofGtheG·eactionsGbetweenGyanganeseG{xideGolusterGmnionsG
andGtydrogenG˙ulfideWGJournalloflPhysicallChemistrylCUG2012UGZZbUG[_Zd_V[_Ze[ 3.8 23

83 mGtheoreticalGstudyGonGtheGmechanismGofGoP[RtP_RGoxidationGoverGaGneutralGΔP]R{PdRGclusterWG
ChemPhysChemUG2010UGZZUGZcZdV[a 3.2 23

82 ˙mallGstoichiometricGPyo˙RGclustersGwithGtheGZTGphaseWGPhysicallChemistrylChemicallPhysicsUG2018UG[YUGb]baVb]c]3.6 22

81 unteractionGofGvanadiumGoxideGclusterGanionsGwithGwaterfGanGexperimentalGandGtheoreticalGstudyGonG
reactivityGandGmechanismWGDaltonlTransactionsUG2012UG_ZUGaab[VcY 4.3 22

80 ·eactivityGcontrolGofGoVtGbondGactivationGoverGvanadiumVsilverGbimetallicGoxideGclusterGcationsWG
ChemistrylzlAlEuropeanlJournalUG2012UGZdUGZYeedVZYYb 4.8 22

79 mctivationGofGyultipleGoktGnondsG}romotedGbyGsoldGinGmuzb{]TGolustersWGAngewandtelChemieUG
2013UGZ[aUG[aY_V[aYd 3.6 22

78 TheoreticalGstudyGonGtheGinteractionsGofGhalogenVbondsGandGpnicogenVbondsGinGphosphineG
derivativesGwithGnr[UGnrolUGandGnrrWGInternationallJournalloflQuantumlChemistryUG2017UGZZcUGe[a__] 2.1 21

77 tighlyGefficientGadsorptionGofGbenzothiopheneGfromGmodelGfuelGonGaGmetalVorganicGframeworkG
modifiedGwithGdodecaVtungstophosphoricGacidWGChemicallEngineeringlJournalUG2019UG]b[UG]YV_Y 14.7 21

76 tgYGoxidationGandG˙{]UG}bYUG}b{UG}bol[GandGms[{]GadsorptionGbyGgrapheneVbasedGbimetallicG
catalystGPPreUooRlzVszRfGmGprTGstudyWGAppliedlSurfacelScienceUG2019UG_ebUGZ_]bdb 6.7 20

75 qxperimentalGandGTheoreticalG˙tudyGofGtydrogenGmtomGmbstractionGfromGo[tbGandGo_tZYGbyG
ZirconiumG{xideGolustersGmnionsWGChineselJournalloflChemicallPhysicsUG2010UG[]UGZ]]VZ]c 0.9 20

74 oonductionGmechanismGofGmviramV·atnerGrectifiersGwithGsingleGpyridineVsigmaVoPbYRGoligomersWG
JournalloflPhysicallChemistrylBUG2006UGZZYUG[_aYaVZ[ 3.4 20

73 Z_WZMGefficiencyGhybridGplanarV˙iXorganicGheterojunctionGsolarGcellsGwithG˙n{[GinsertionGlayerWGSolarl
EnergyUG2018UGZc_UGa_eVaaa 6.8 20

72 tydrogenGmtomGmbstractionGfromGot_GbyGzanosizedGΔanadiumG{xideGolusterGoationsWGJournallofl
PhysicallChemistrylCUG2014UGZZdUG[_Yb[V[_YcZ 3.8 19

71 oomparisonsGofGtheGhalogenVbondedGandGhydrogenVbondedGcomplexesGofGfuranUGthiopheneGandG
pyridineGwithGxewisGacidsGPolrUGtolRWGComputationallandlTheoreticallChemistryUG2012UGedZUGZVb 2 19

70 olassificationGofGΔx{yqGolustersGbyG˛�GiG[yTqâ��axWGChineselJournalloflChemicallPhysicsUG2011UG[_UGadbVaeb 0.9 19

69
·egiumGbondsGformedGbyGyXGPykouUGmgUGmugGXkrUGolUGnrRGwithGphosphineVoxideXphosphinousGacidfG
comparisonsGbetweenGoxygenVsharedGandGphosphineVsharedGcomplexesWGMolecularlPhysicsUG2019UG
ZZcUG[__]V[_aa

1.7 18
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68 pensityGfunctionalGstudyGofGtheGadsorptionGofGz{GonGzinGPnGiGZUG[UG]GandG_RGclustersGdopedG
functionalizedGgrapheneGsupportWGAppliedlSurfacelScienceUG2019UG_dZUGe_YVeaY 6.7 18

67 mdsorptionGcharacteristicsGofGooVanchoredGdifferentGgrapheneGsubstratesGtowardG{[GandGz{G
moleculesWGAppliedlSurfacelScienceUG2019UG_dYUGcceVceZ 6.7 18

66 ·eactivityGofGoxygenGradicalGanionsGboundGtoGscandiaGnanoparticlesGinGtheGgasGphasefGoVtGbondG
activationWGChemistrylzlAlEuropeanlJournalUG2014UG[YUGZZbcVca 4.8 18

65 TheoreticalGstudyGofGmolecularGnitrogenGadsorptionGonGWnGclustersWGComputationallandlTheoreticall
ChemistryUG2008UGdbcUGZcV[Z 18

64 qxperimentalGandGTheoreticalG˙tudyGofGtheG·eactionsGbetweenGΔanadiumG{xideGolusterGoationsGandG
tydrogenG˙ulfideWGJournalloflPhysicallChemistrylCUG2012UGZZbUGeY_]VeY_d 3.8 17

63 mssignmentGofGphotoelectronGspectraGofGmun{[VGPni[U_UbRGclustersWGJournalloflChemicallPhysicsUG
2004UGZ[ZUGb[ZV] 3.9 17

62 xigandVfreeGnanoVgrainGou[˙n˙]GasGaGpotentialGcathodeGalternativeGforGbothGcobaltGandGiodineGredoxG
electrolyteGdyeVsensitizedGsolarGcellsWGJournalloflMaterialslChemistrylAUG2016UG_UGZ_dbaVZ_dcb 13 17

61 mGtheoreticalGinvestigationGonGouXmgXmuGbondingGinGXt}kyYPXGiGtUGotUGrUGozUGz{gGyGiGouUGmgUGmugGYG
iGrUGolUGnrUGuRGcomplexesWGJournalloflChemicallPhysicsUG2018UGZ_dUGZe_ZYb 3.9 16

60 mdsorptionGbehaviorGofGmercuricGoxideGclustersGonGactivatedGcarbonGandGtheGeffectGofG˙{GonGthisG
adsorptionfGaGtheoreticalGinvestigationWGJournalloflMolecularlModelingUG2019UG[aUGZ_[ 2 15

59 ˙ideVonVqndVonGooordinationGofGpinitrogenGonGaG}olynuclearGΔanadiumGzitrideGolusterGmnionG[ΔGzG]WG
ChemistrylzlAlEuropeanlJournalUG2019UG[aUGZba[] 4.8 15

58 tighGreactivityGofGnanosizedGniobiumGoxideGclusterGcationsGinGmethaneGactivationfGmGcomparisonG
withGvanadiumGoxidesWGJournalloflChemicallPhysicsUG2015UGZ_]UGZ[_]Z[ 3.9 15

57 oollisionVinducedGdissociationGandGinfraredGphotodissociationGstudiesGofGmethaneGadsorptionGonG
Δa{Z[PTRGandGΔa{Z]PTRGclustersWGJournalloflPhysicallChemistrylAUG2013UGZZcUG[ebZVcY 2.8 15

56 mctivityGofGmtomicallyG}reciseGTitaniaGzanoparticlesGinGo{G{xidationWGAngewandtelChemielzl
InternationallEditionUG2019UGadUGdYY[VdYYb 16.4 14

55 qxperimentalGandGtheoreticalGstudyGofGtheGreactionsGbetweenGy{[VGPyGiGreUGooUGziUGouUGandGZnRG
clusterGanionsGandGhydrogenGsulfideWGJournalloflPhysicallChemistrylAUG2013UGZZcUGd]ccVdc 2.8 14

54 qxperimentalGandGTheoreticalG˙tudyGofGtydrogenGmtomGmbstractionGfromGqthyleneGbyG
˙toichiometricGZirconiumG{xideGolustersWGChineselJournalloflChemicallPhysicsUG2009UG[[UGb]aVb_Z 0.9 13

53 ·eactionsGofG˙c[{_â��GandGxa[{_â��GolustersGwithGo{fGmGcomparativeGstudyWGInternationallJournallofl
MasslSpectrometryUG2013UG]]_UGZVc 1.9 12

52 TheGleverageGeffectGofGtheGrelativeGstrengthGofGmolecularGsolvophobicityGvsWGsolvophilicityGonG
fineVtuningGnanomorphologiesGofGperyleneGdiimideGbolaamphiphilesWGSoftlMatterUG2013UGeUG]Yde 3.6 12

51 mlkaliGmetalGcationsGcontrolGoverGnucleophilicGsubstitutionsGonGaromaticGfusedG
pyrimidineV[U_V[ZtU]t]VdionesfGtowardsGnewG}zmGmonomersWGTetrahedronUG2012UGbdUGdeYdVdeZa 2.4 12
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50 o{[GhydrogenationGtoGformicGacidGoverGplatinumGclusterGdopedGdefectiveGgraphenefGmGprTGstudyWG
AppliedlSurfacelScienceUG2020UGaZcUGZ_b[YY 6.7 11

49 TheoreticalGstudyGofGintermolecularGinteractionsGinGmesoVtetraphenylporphyrinGdiacidGdimerG
Pt_T}}ol[R[WGPhysicallChemistrylChemicallPhysicsUG2009UGZZUG[a_]Va[ 3.6 11

48 TheoreticalGpredictionGofGgrapheneVbasedGsingleVatomGironGasGaGnovelGcatalystGforGcatalyticG
oxidationGofGtgYGbyG{[WGAppliedlSurfacelScienceUG2020UGaYdUGZ_aY]a 6.7 11

47 mGcomprehensiveGexplorationGofGmercuryGadsorptionGsitesGonGtheGcarbonaceousGsurfacefGmGprTG
studyWGFuelUG2020UG[d[UGZZdcdZ 7.1 11

46 talogenGbondsGandGmetalGbondsGinvolvingGsuperalkaliesGy[{ozXy[zo{GPyGiGxiUGzaRGcomplexesWG
StructurallChemistryUG2019UG]YUGebaVecc 1.8 11

45 ˙imultaneousGcatalyticGoxidationGofGnitricGoxideGandGelementalGmercuryGbyGsingleVatomG}dXgVo]z_G
catalystfGmGprTGstudyWGMolecularlCatalysisUG2020UG_ddUGZZYeYZ 3.3 11

44 mdsorptionGofGaGsingleGgoldGorGsilverGatomGonGvanadiumGoxideGclustersWGPhysicallChemistrylChemicall
PhysicsUG2016UGZdUGe_ecVaY] 3.6 10

43 TheoreticalGstudyGofGpartialGoxidationGofGethyleneGbyGvanadiumGtrioxideGclusterGcationWGSciencel
BulletinUG2009UGa_UG[dZ_V[d[Z 10.6 10

42 mGtheoreticalGstudyGofGtheGYPmathsf{_{]}}R{GclustersWGEuropeanlPhysicallJournallDUG2004UG[eUG[cV]Z 1.3 10

41 rirstV}rinciplesG˙tudyGofGyolecularGolustersGrormedGbyGzitricGmcidGandGmmmoniaWGJournalloflPhysicall
ChemistrylAUG2017UGZ[ZUGbbZVbbd 2.8 9

40 udentifyingGtheGactiveGsitesGofGcarbonaceousGsurfaceGforGtheGadsorptionGofGgaseousGarsenicGtrioxidefG
mGtheoreticalGstudyWGChemicallEngineeringlJournalUG2020UG_Y[UGZ[adYY 14.7 9

39 unvestigationGofGprotonatedGandGsodiatedGleucineVenkephalinGbyGhydrogenâ��deuteriumGexchangeG
andGtheoreticalGcalculationsWGAnalyticallMethodsUG2015UGcUGaaaZVaaab 3.2 8

38 pqz˙uTYGr−zoTu{zmxGTtq{·YG˙T−pYG{rGWaGox−˙Tq·˙WGInternationallJournalloflModernlPhysicslBUG
2005UGZeUG[_[cV[_][ 1.1 8

37
mGnewGperspectiveGforGevaluatingGtheGphotoelectricGperformanceGofGorganicVinorganicGhybridG
perovskitesGbasedGonGtheGprTGcalculationsGofGexcitedGstatesWGPhysicallChemistrylChemicallPhysicsUG
2021UG[]UGZZa_dVZZaab

3.6 8

36 ˙creeningGforGleadVfreeGinorganicGdoubleGperovskitesGwithGsuitableGbandGgapsGandGhighGstabilityG
usingGcombinedGmachineGlearningGandGprTGcalculationWGAppliedlSurfacelScienceUG2021UGabdUGZaYeZb 6.7 8

35 zonVpissociativeGmctivationGofGohemisorbedGpinitrogenGonG{neGorGTwoGΔanadiumGmtomsG˙upportedG
byGaGyoG˙GolusterWGChemPhysChemUG2021UG[[UGZb_aVZba_ 3.2 7

34 oooperativityGeffectsGbetweenGregiumVbondingGandGpnicogenVbondingGinteractionsGinGternaryG
yr´•´•´•}t]{´•´•´•yrGPyGiGouUGmgUGmuRfGanGabGinitioGstudyWGMolecularlPhysicsUG2020UGZZdUGeZcd__cd 1.7 6

33 TheoreticalGcharactersGandGnatureGofGtheGintermolecularGlithiumGbondedGinteractionsGnkxiozXxizoG
PnipyridineUGfuranGandGthiopheneRWGComputationallandlTheoreticallChemistryUG2013UGZYZcUGZa]VZad 2 6

(2013-2020)
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32 yethaneGmctivationGonGPmuXmgRZVpopedGΔanadiumG{xideGolustersWGWulilHuaxuelXuebao/lActal
PhysicolzlChimicalSinicaUG2019UG]aUGZYYaVZYZ] 3.8 6

31 oomparisonGofGhalideGdonatorsGbasedGonGpi´•´•´•yGPyGiGouUGmgUGmuRUGpi´•´•´•tGandGpi´•´•´•halogenGbondsWG
TheoreticallChemistrylAccountsUG2018UGZ]cUGZ 1.9 6

30 yechanisticGΔariantsGinGyethaneGmctivationGyediatedGbyGsoldPuRG˙upportedGonG˙iliconG{xideG
olustersWGChemistrylzlAlEuropeanlJournalUG2018UG[_UGZcaYbVZcaZ[ 4.8 6

29 prTGinvestigationsGonGmuΔ{]TUGaGbarrierVfreeGcatalystGforGoxidationGofGo{GwithG{[WGChemicallPhysicsUG
2016UG_caUGbeVcb 2.3 5

28 racileGzkzGnondGoleavageGbyGmnionicGTrimetallicGolustersGΔGTaGoGPxiYV]RfGmGprTG˙tudyWG
ChemPhysChemUG2021UG 3.2 5

27 yechanismGstudyGonGo{[GreformingGofGmethaneGoverGplatinumGclusterGdopedGgraphenefGmGprTG
calculationWGMolecularlCatalysisUG2020UG_ecUGZZZ[Ya 3.3 5

26 ˙creeningGtheGactivityGofGsingleVatomGcatalystsGforGtheGcatalyticGoxidationGofGsulfurGdioxideGwithGaG
kineticGactivityGmodelWGChemicallCommunicationsUG2020UGabUGZZbacVZZbbY 5.8 5

25 seometricGandGelectronicGpropertiesGofGgoldGclustersGdopedGwithGaGsingleGoxygenGatomWGPhysicall
ChemistrylChemicallPhysicsUG2016UGZdUG[debYV[dec[ 3.6 5

24 tG{xidationGyediatedGbyGmuVpopedGΔanadiumG{xideGolusterGoationGmuΔ{fGmGoomparativeG˙tudyG
withGmuoe{WGJournalloflPhysicallChemistrylAUG2017UGZ[ZUG_YbeV_Yca 2.8 4

23 yethaneGactivationGbyGheteronuclearGdiatomicGmu·hGcationfGcomparisonGwithGhomonuclearGmuGandG
·hWGPhysicallChemistrylChemicallPhysicsUG2020UG[[UGb[]ZVb[]d 3.6 4

22 TheoreticalGstudyGonGtheGstabilityGofGtheGcomplexesGm´•´•´•nXG[mGiGotztUGztotztUGztot{tgGnGiG˙nUG
}bgGXGiGrUGolUGnrUGu]WGJournalloflMolecularlModelingUG2020UG[bUG_b 2 4

21 ˙ynthesisGofG[pGyo˙˙eGsemiconductorGalloyGbyGchemicalGvaporGdepositionWWGRSClAdvancesUG2020UGZYUG_[Zc[V_[Zcc3.7 4

20 zonVstoichiometricGmolybdenumGsulfideGclustersGandGtheirGreactionsGwithGtheGhydrogenGmoleculeWG
PhysicallChemistrylChemicallPhysicsUG2021UG[]UG]_cV]aa 3.6 4

19 TheoreticalGinsightsGintoGtheGstabilityGofGperovskiteGclustersGbyGstudyingGwaterGadsorptionGonG
Pot]zt]R_˙nubWGSolarlEnergylMaterialslandlSolarlCellsUG2019UG[Y[UGZZYZ[b 6.4 3

18 ohromismGbasedGonGsupramolecularGtVbondsWGPhysicallChemistrylChemicallPhysicsUG2013UGZaUGZZebYVa 3.6 3

17 rirstV}rinciplesG˙tudyGonGtheG˙tabilityGandGqlectronicG}ropertiesGofGpionâ��vacobsonGtalideG
mkPymRnâ��ZnnX]nTZG}erovskitesWGJournalloflPhysicallChemistrylCU 3.8 3

16 oXoGqxchangeGinGmctivationXoouplingG·eactionGofGmcetyleneGandGyethaneGyediatedGbyG{sfGmG
oomparisonGwithGurUG}tUGandGmuWGJournalloflPhysicallChemistrylLettersUG2020UGZZUGd]_bVd]aZ 6.4 3

15
pesignGofGPo]z[taRPZVxRosx}bu]GasGaGnovelGhybridGperovskiteGwithGstrongGstabilityGandGexcellentG
photoelectricGperformancefGmGtheoreticalGpredictionWGSolarlEnergylMaterialslandlSolarlCellsUG2021UG
[]]UGZZZ_YZ

6.4 3

Xun-Lei Ding

8



14 yechanochemicalGbrominationGofGunburnedGcarbonGinGflyGashGandGitsGmercuryGremovalGmechanismfG
prTGstudyWGJournalloflHazardouslMaterialsUG2022UG_[]UGZ[cZed 12.8 3

13 ohiralGstructuresGandGtunableGmagneticGmomentsGinG]dGtransitionGmetalGdopedG}tGbGclustersWGChinesel
PhysicslBUG2012UG[ZUGYe]bYZ 1.2 2

12 yulticolorGemissionGfromGlargeVareaGporousGthinGfilmsGconstructedGofGnanowiresGofGsmallGorganicG
moleculesWGNanotechnologyUG2008UGZeUGaYacY] 3.4 2

11 rabricationGandGopticalGpropertiesGofGpyreneVquGhybridGmaterialsWGJournalloflNanosciencelandl
NanotechnologyUG2013UGZ]UGdZeV[] 1.3 1

10 unsideGooverfGpoubleV{xygenVmtomGTransferGinG·eactionsGofGoem{[mTGPmi[â��bRGwithGo[t[G
Pohem}hysohemGZZX[YZZRWGChemPhysChemUG2011UGZ[UG[Y_bV[Y_b 3.2 1

9 mGdescriptorGforGtheGstructuralGstabilityGofGorganicVinorganicGhybridGperovskitesGbasedGonGbindingG
mechanismGinGelectronicGstructureWWGJournalloflMolecularlModelingUG2022UG[dUGdY 2 1

8 qxploringGtheGqffectsGofGuonicGpefectsGonGtheG˙tabilityGofGos}buGwithGaGpeepGxearningG}otentialWWG
ChemPhysChemUG2022UGe[Y[ZYYd_Z 3.2 0

7 qxploringGtrimetallicGclustersGcontainingGalkaliGandGalkalineGearthGmetalGatomsGwithGhighGactivityGforG
nitrogenGactivationWGStructurallChemistryUZ 1.8 0

6 ˙ingleVatomGironGonGpentaVgrapheneGassistedGwithGnonVbondingGinteractionGasGsuperiorG
demercurizerfGmGprTGexplorationWGAppliedlSurfacelScienceUG2022UGaeYUGZa]YbY 6.7 0

5 oomparisonGofGzitrogenGmctivationGonGTrinuclearGziobiumGandGTungstenG˙ulfideGolustersGzbG˙GandG
WG˙GPniYV]RfGmGprTG˙tudyWWGChemPhysChemUG2022UGe[Y[[YYZ[_ 3.2 0

4 zearlyGmonodispersedGperyleneGnanotabletsfGeasyGfabricationGandGuniqueGopticalGpropertiesWG
JournalloflNanosciencelandlNanotechnologyUG2011UGZZUGZYbebVcYY 1.3

3
unsideGooverfGtydrogenVmtomGmbstractionGfromGyethaneGbyG˙toichiometricGΔanadiumâ��˙iliconG
teteronuclearG{xideGolusterGoationsGPohemWGqurWGvWG]cX[YZYRWGChemistrylzlAlEuropeanlJournalUG2010UG
ZbUGZZZe_VZZZe_

4.8

2 unfraredGphotodissociationGspectroscopicGandGtheoreticalGstudyGofGtno_{TGPnGiGZUG[RGcationGclustersG
inGtheGgasGphaseWGMolecularlPhysicsUG2021UGZZeUGeZdce]YZ 1.7

1 {xygenGyoleculeGmctivationGonG˙ingleVmtomGoatalystsGwithGouUGmgUGandGmufGmGolusterGyodelG˙tudyWG
JournalloflMaterialslSciencelandlChemicallEngineeringUG2021UGYeUG_bVae 0.3

List of Publications

9


