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k Paper IF Citations

179 walfVmetallicityHinHedgeVmodifiedHzigzagHgrapheneHnanoribbonsWHJournaleofetheeAmericaneChemicale
SocietyUH2008UHZbYUHcaacVd 16.4 587

178 tpitaxialHvrowthHofH ingleH{ayerHqlueH“hosphorusiHpHNewH“haseHofHTwoVsimensionalH“hosphorusWH
NanoeLettersUH2016UHZeUHchYbVg 11.5 490

177 {owVtemperatureHgrowthHofHgrapheneHbyHchemicalHvaporHdepositionHusingHsolidHandHliquidHcarbonH
sourcesWHACSeNanoUH2011UHdUHbbgdVhY 16.7 304

176 wowHgrapheneHisHcutHuponHoxidationnWHJournaleofetheeAmericaneChemicaleSocietyUH2009UHZbZUHebaYVZ 16.4 289

175 üillHzigzagHgrapheneHnanoribbonHturnHtoHhalfHmetalHunderHelectricHfieldnWHAppliedePhysicseLettersUH
2007UHhZUHacbZZe 3.4 285

174 uirstV“rinciplesHThermodynamicsHofHvrapheneHvrowthHonHruH urfacesWHJournaleofePhysicaleChemistrye
CUH2011UHZZdUHZffgaVZffgf 3.8 276

173 sopingVinducedHstructuralHphaseHtransitionHinHcobaltHdiselenideHenablesHenhancedHhydrogenH
evolutionHcatalysisWHNatureeCommunicationsUH2018UHhUHadbb 17.4 244

172 xnH ituHThermalHptomizationHToHronvertH upportedHNickelHNanoparticlesHintoH urfaceVqoundHNickelH
 ingleVptomHratalystsWHAngewandteeChemieeueInternationaleEditionUH2018UHdfUHZcYhdVZcZYY 16.4 206

171 ObtainingHtwoVdimensionalHelectronHgasHinHfreeHspaceHwithoutHresortingHtoHelectronHdopingiHanH
electrideHbasedHdesignWHJournaleofetheeAmericaneChemicaleSocietyUH2014UHZbeUHZbbZbVg 16.4 204

170 tlectronicHstructuresHofH irHnanoribbonsWHJournaleofeChemicalePhysicsUH2008UHZahUHZfcZZc 3.9 199

169 OxygenHmoleculeHdissociationHonHcarbonHnanostructuresHwithHdifferentHtypesHofHnitrogenHdopingWH
NanoscaleUH2012UHcUHZZgcVh 7.7 195

168  iliceneHasHaHhighlyHsensitiveHmoleculeHsensorHforHNwbUHNOHandHNOaWHPhysicaleChemistryeChemicale
PhysicsUH2014UHZeUHehdfVea 3.6 173

167 pHfirstVprinciplesHstudyHofHgasHadsorptionHonHgermaneneWHPhysicaleChemistryeChemicalePhysicsUH2014UH
ZeUHaachdVg 3.6 172

166 “roposedHphotosynthesisHmethodHforHproducingHhydrogenHfromHdissociatedHwaterHmoleculesHusingH
incidentHnearVinfraredHlightWHPhysicaleRevieweLettersUH2014UHZZaUHYZgbYZ 7.4 163

165 qipolarHmagneticHsemiconductorsiHaHnewHclassHofHspintronicsHmaterialsWHNanoscaleUH2012UHcUHdegYVd 7.7 162

164 pdsorptionHenergiesHofHmolecularHoxygenHonHpuHclustersWHJournaleofeChemicalePhysicsUH2004UHZaYUHhdhcVeYY3.9 149

163  iteVspecificHphotocatalyticHsplittingHofHmethanolHonHTiOaQZZYRWHChemicaleScienceUH2010UHZUHdfd 9.4 143
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162 walfVmetallicityHinHhybridHqrNHnanoribbonsWHJournaleofeChemicalePhysicsUH2008UHZahUHYgcfZa 3.9 129

161 }oarHnanoparticlesHembeddedHwithinHbacterialHcelluloseVderivedHbsHNVdopedHcarbonHnanofiberH
networksHforHefficientHhydrogenHevolutionWHNPGeAsiaeMaterialsUH2016UHgUHeaggVeagg 10.3 127

160 tlectronicH tructureHtngineeringHviaHOnV“laneHrhemicalHuunctionalizationiHpHromparisonH tudyHonH
TwoVsimensionalH“olysilaneHandHvraphaneWHJournaleofePhysicaleChemistryeCUH2009UHZZbUHZefcZVZefce 3.8 122

159 tlectronVphononHcouplingHinHaHboronVdopedHdiamondHsuperconductorWHPhysicaleRevieweBUH2004UHfYUH 3.3 122

158 “orousHsiliceneHasHaHhydrogenHpurificationHmembraneWHPhysicaleChemistryeChemicalePhysicsUH2013UHZdUHdfdbVf3.6 110

157 –emarkableHchemicalHadsorptionHofHmanganeseVdopedHtitanateHforHdirectHcarbonHdioxideH
electrolysisWHJournaleofeMaterialseChemistryeAUH2014UHaUHehYcVehZd 13 101

156  ingleVmoleculeHchemistryHofHmetalHphthalocyanineHonHnobleHmetalHsurfacesWHAccountseofeChemicale
ResearchUH2010UHcbUHhdcVea 24.3 98

155 vrowthHofH”uasiVureeV tandingH ingleV{ayerHqlueH“hosphorusHonHTelluriumH}onolayerH
uunctionalizedHpuQZZZRWHACSeNanoUH2017UHZZUHchcbVchch 16.7 92

154 ühyHtheHqandHvapHofHvrapheneHxsHTunableHonHwexagonalHqoronHNitrideWHJournaleofePhysicale
ChemistryeCUH2012UHZZeUHbZcaVbZce 3.8 88

153 OxidationHstatesHofHgrapheneiHinsightsHfromHcomputationalHspectroscopyWHJournaleofeChemicale
PhysicsUH2009UHZbZUHaccdYd 3.9 84

152 “tH ingleHptomsHtmbeddedHinHtheH urfaceHofHNiHNanocrystalsHasHwighlyHpctiveHratalystsHforH electiveH
wydrogenationHofHNitroHrompoundsWHNanoeLettersUH2018UHZgUHbfgdVbfhZ 11.5 84

151  tructureHofHvrapheneHOxideiHThermodynamicsHversusHzineticsWHJournaleofePhysicaleChemistryeCUH
2011UHZZdUHZZhhZVZZhhd 3.8 83

150 weliumHseparationHviaHporousHsiliceneHbasedHultimateHmembraneWHNanoscaleUH2013UHdUHhYeaVe 7.7 82

149 tlectronicHandHopticalHpropertiesHofHgrapheneHandHgraphiticHαnOHnanocompositeHstructuresWHJournale
ofeChemicalePhysicsUH2013UHZbgUHZacfYe 3.9 82

148 perobicHOxidationHofHryclohexaneHonHratalystsHqasedHonHTwinnedHandH ingleVrrystalHpufd“dadH
qimetallicHNanocrystalsWHNanoeLettersUH2015UHZdUHagfdVgY 11.5 81

147 {atticeHmismatchHinducedHnonlinearHgrowthHofHgrapheneWHJournaleofetheeAmericaneChemicaleSocietyUH
2012UHZbcUHeYcdVdZ 16.4 80

146  tructuralUHelectronicUHandHopticalHpropertiesHofHhybridHsiliceneHandHgrapheneHnanocompositeWH
JournaleofeChemicalePhysicsUH2013UHZbhUHZdcfYc 3.9 79

145 TheoreticalHstudyHofHnitricHoxideHadsorptionHonHpuHclustersWHJournaleofeChemicalePhysicsUH2004UHZaZUHaddgVea3.9 74
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144 sithiocarbamateHanchoringHinHmolecularHwireHjunctionsiHaHfirstHprinciplesHstudyWHJournaleofePhysicale
ChemistryeBUH2006UHZZYUHhghbVg 3.4 72

143 NatureHofHwellVdefinedHconductanceHofHamineVanchoredHmolecularHjunctionsiHsensityHfunctionalH
calculationsWHPhysicaleRevieweBUH2007UHfeUH 3.3 71

142 “recursorHTriggeringH ynthesisHofH elfVroupledH ulfideH“olymorphsHwithHtnhancedH
“hotoelectrochemicalH“ropertiesWHJournaleofetheeAmericaneChemicaleSocietyUH2016UHZbgUHZahZbVZahZh 16.4 69

141 rommunicationiHroalescenceHofHcarbonHatomsHonHruHQZZZRHsurfaceiHtmergenceHofHaHstableH
bridgingVmetalHstructureHmotifWHJournaleofeChemicalePhysicsUH2010UHZbbUHYfZZYZ 3.9 67

140 xsHmayeniteHwithoutHclathratedHoxygenHanHinorganicHelectridenWHAngewandteeChemieeueInternationale
EditionUH2004UHcbUHecfhVga 16.4 63

139 }echanismsHofHgrapheneHgrowthHonHmetalHsurfacesiHtheoreticalHperspectivesWHSmallUH2014UHZYUHaZbeVdY 11 62

138 rarbonHdimersHasHtheHdominantHfeedingHspeciesHinHepitaxialHgrowthHandHmorphologicalHphaseH
transitionHofHgrapheneHonHdifferentHruHsubstratesWHPhysicaleRevieweLettersUH2015UHZZcUHaZeZYa 7.4 61

137 }pvNtTx }HxNHv–p“wtNtH − Tt} WHNanoUH2008UHYbUHcbbVcca 1.1 61

136 rontrastingH tructuralH–econstructionsUHtlectronicH“ropertiesUHandH}agneticHOrderingsHalongH
sifferentHtdgesHofHαigzagHTransitionH}etalHsichalcogenideHNanoribbonsWHNanoeLettersUH2017UHZfUHZYhfVZZYZ11.5 60

135 vrapheneHThicknessHrontrolHviaHvasV“haseHsynamicsHinHrhemicalHöaporHsepositionWHJournaleofe
PhysicaleChemistryeCUH2012UHZZeUHZYddfVZYdea 3.8 59

134 –atioVcontrolledHsynthesisHofHruNiHoctahedraHandHnanocubesHwithHenhancedHcatalyticHactivityWH
JournaleofetheeAmericaneChemicaleSocietyUH2015UHZbfUHZcYafVbY 16.4 57

133 pHfirstVprinciplesHpredictionHofHtwoVdimensionalHsuperconductivityHinHpristineHqâ��rHsingleHlayersWH
NanoscaleUH2012UHcUHbYbaVd 7.7 55

132 wydrogenatedHbilayerHwurtziteH irHnanofilmsiHaHtwoVdimensionalHbipolarHmagneticHsemiconductorH
materialWHPhysicaleChemistryeChemicalePhysicsUH2013UHZdUHchfVdYb 3.6 52

131 siamondizationHofHchemicallyHfunctionalizedHgrapheneHandHgrapheneVqNHbilayersWHPhysicale
ChemistryeChemicalePhysicsUH2012UHZcUHgZfhVgc 3.6 48

130 sominantHzineticH“athwaysHofHvrapheneHvrowthHinHrhemicalHöaporHsepositioniHTheH–oleHofH
wydrogenWHJournaleofePhysicaleChemistryeCUH2017UHZaZUHadhchVadhdd 3.8 47

129 OrbitalHinteractionHmechanismsHofHconductanceHenhancementHandHrectificationHbyH
dithiocarboxylateHanchoringHgroupWHJournaleofePhysicaleChemistryeBUH2006UHZZYUHZhZZeVaY 3.4 47

128 pHfirstVprinciplesHstudyHofHNOHadsorptionHandHoxidationHonHpuQZZZRHsurfaceWHJournaleofeChemicale
PhysicsUH2008UHZahUHZbcfYg 3.9 46

127 uirstHprinciplesHnuclearHmagneticHresonanceHsignaturesHofHgrapheneHoxideWHJournaleofeChemicale
PhysicsUH2010UHZbbUHYbcdYa 3.9 45
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126 qilayerHvrapheneHvrowthHviaHaH“enetrationH}echanismWHJournaleofePhysicaleChemistryeCUH2014UHZZgUHeaYZVeaYe3.8 39

125 siamondHasHanHinertHsubstrateHofHgrapheneWHJournaleofeChemicalePhysicsUH2013UHZbgUHYdcfYZ 3.9 38

124
siscriminatingHearlyHstageHp{beta}caHmonomerHstructuresHusingHchiralityVinducedHasx–H
spectroscopyHinHaHsimulationHstudyWHProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitede
StateseofeAmericaUH2010UHZYfUHZdegfVha

11.5 36

123 xnorganicHelectrideiHtheoreticalHstudyHonHstructuralHandHelectronicHpropertiesWHJournaleofethee
AmericaneChemicaleSocietyUH2003UHZadUHeYdYVZ 16.4 35

122 vasVphaseHdynamicsHinHgrapheneHgrowthHbyHchemicalHvapourHdepositionWHPhysicaleChemistrye
ChemicalePhysicsUH2015UHZfUHaagbaVe 3.6 34

121 sescriptorVqasedHsesignH“rincipleHforHTwoVsimensionalH ingleVptomHratalystsiHrarbonHsioxideH
tlectroreductionWHJournaleofePhysicaleChemistryeLettersUH2020UHZZUHbcgZVbcgf 6.4 34

120  ingleHuacetedHTwoVsimensionalH}oarHtlectrocatalystHforHwighlyHtfficientHNitrogenHuixationWHACSe
CatalysisUH2020UHZYUHfgecVfgfY 13.1 33

119 uirstH“rinciplesH tudyHonHtheHveometricHandHtlectronicH tructuresHofHtheHueOX“tQZZZRH urfaceWH
JournaleofePhysicaleChemistryeCUH2009UHZZbUHgbYaVgbYd 3.8 33

118 pHdensityHfunctionalHstudyHonHcationicHpuQnRruQmRTHclustersHandHtheirHmonocarbonylsWHPhysicale
ChemistryeChemicalePhysicsUH2009UHZZUHabahVbc 3.6 32

117 tlectrideiHfromHcomputationalHcharacterizationHtoHtheoreticalHdesignWHWileyeInterdisciplinarye
Reviews:eComputationaleMoleculareScienceUH2016UHeUHcbYVccY 7.9 31

116 TwoVsimensionalH toichiometricHqoronHOxidesHasHaHöersatileH“latformHforHtlectronicH tructureH
tngineeringWHJournaleofePhysicaleChemistryeLettersUH2017UHgUHcbcfVcbdb 6.4 31

115 weteroVsiteHnucleationHforHgrowingHtwistedHbilayerHgrapheneHwithHaHwideHrangeHofHtwistHanglesWH
NatureeCommunicationsUH2021UHZaUHabhZ 17.4 31

114 xnH ituHThermalHptomizationHToHronvertH upportedHNickelHNanoparticlesHintoH urfaceVqoundHNickelH
 ingleVptomHratalystsWHAngewandteeChemieUH2018UHZbYUHZcahZVZcahe 3.6 30

113  ynthesisHofH}onolayerHqlueH“hosphorusHtnabledHbyH iliconHxntercalationWHACSeNanoUH2020UHZcUHbegfVbehd16.7 28

112 tlectronicH tructuresHofHsefectiveHqoronHNitrideHNanotubesHunderHTransverseHtlectricHuieldsWH
JournaleofePhysicaleChemistryeCUH2008UHZZaUHgcacVgcag 3.8 28

111 “robingHelectronHcorrelationsHinHmoleculesHbyHtwoVdimensionalHcoherentHopticalHspectroscopyWH
JournaleofetheeAmericaneChemicaleSocietyUH2008UHZbYUHbdYhVZd 16.4 27

110 TwoHsimensionalHtlectronicHrorrelationH pectroscopyHofHtheHnpiSHandHpipiSH“roteinHqackboneH
TransitionsiHpH imulationH tudyWHChemicalePhysicsUH2007UHbcZUHahVbe 2.3 27

109 tffectsHofHdiscreteHenergyHlevelsHonHsingleVelectronHtunnelingHinHcoupledHmetalHparticlesWHAppliede
PhysicseLettersUH2003UHgaUHbfefVbfeh 3.4 27

(2003-2014)
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108 tlementaryHprocessHforHrösHgrapheneHonHruQZZYRiHsizeVselectiveHcarbonHclustersWHScientificeReportsUH
2014UHcUHccbZ 4.9 26

107 TransitionV}etalHsiborideiHpHNewHuamilyHofHTwoVsimensionalH}aterialsHsesignedHforH electiveHrOaH
tlectroreductionWHJournaleofePhysicaleChemistryeCUH2019UHZabUHZeahcVZeahh 3.8 25

106 –ationalHsesignHofHTwoVdimensionalHpnodeH}aterialsiHq HasHaH trainedHvrapheneWHJournaleofe
PhysicaleChemistryeLettersUH2018UHhUHcgdaVcgde 6.4 25

105 ptomicallyHthinHsemiconductingHpentaV“d“aHandH“dpsaHwithHultrahighHcarrierHmobilityWHJournaleofe
MaterialseChemistryeCUH2018UHeUHhYddVhYdh 7.1 25

104 qoronHzcHcrystaliHaHstableHchiralHthreeVdimensionalHspQaRHnetworkWHPhysicaleChemistryeChemicale
PhysicsUH2010UHZaUHZacaYVa 3.6 24

103 roordinateHactivationHinHheterogeneousHcarbonHdioxideHreductionHonHroVbasedHmolecularHcatalystsWH
AppliedeCatalysiseB:eEnvironmentalUH2020UHaegUHZZgcda 21.8 23

102 pHfirstHprinciplesHstudyHonHorganicHmoleculeHencapsulatedHboronHnitrideHnanotubesWHJournaleofe
ChemicalePhysicsUH2008UHZagUHZecfYZ 3.9 22

101 OxygenHadsorptionHonHαrQYHYHYHZRHsurfacesiHsensityHfunctionalHcalculationsHandHaHmultipleVlayerH
adsorptionHmodelWHSurfaceeScienceUH2008UHeYaUHaaZaVaaZe 1.8 22

100 TheHNanoparticleH izeHtffectHinHvrapheneHruttingiHpHK“acV}anKH}echanismWHAngewandteeChemieeue
InternationaleEditionUH2016UHddUHhhZgVaZ 16.4 22

99 –eversibleHOxidationHofHqlueH“hosphorusH}onolayerHonHpuQZZZRWHNanoeLettersUH2019UHZhUHdbcYVdbce 11.5 21

98 sensityHuunctionalH tudyHofHNonlinearHOpticalH“ropertiesHofHvrosslyHüarpedHNanographeneH
rgYwbYWHJournaleofePhysicaleChemistryeCUH2014UHZZgUHbbZbVbbZg 3.8 21

97 pHsensityHuunctionalH tudyHofHtheHNonlinearHOpticalH“ropertiesHofHtdgeVuunctionalizedHNonplanarH
NanographenesWHChemPhysChemUH2015UHZeUHafgbVafgg 3.2 21

96 ptomisticH imulationsHofHvrapheneHvrowthiHuromHzineticsHtoH}echanismWHAccountseofeChemicale
ResearchUH2018UHdZUHfagVfbd 24.3 20

95 xmplementationHofHscreenedHhybridHdensityHfunctionalHforHperiodicHsystemsHwithHnumericalHatomicH
orbitalsiHbasisHfunctionHfittingHandHintegralHscreeningWHJournaleofeChemicalePhysicsUH2011UHZbdUHYbcZZY 3.9 20

94 –ectifyingHeffectHinHpolarHconjugatedHmolecularHjunctionsiHaHfirstVprinciplesHstudyWHJournaleofe
NanoscienceeandeNanotechnologyUH2009UHhUHffcVg 1.3 20

93 }ethanolV electiveHOxidationH“athwaysHonHpuH urfacesiHpHuirstV“rinciplesH tudyWHJournaleofePhysicale
ChemistryeCUH2014UHZZgUHZfdZZVZfdaY 3.8 19

92 sisorderHandHsuppressionHofHquantumHconfinementHeffectsHinH“dHnanoparticlesWHPhysicaleReviewe
LettersUH2003UHhYUHacegYb 7.4 19

91  tructureHofHqlueH“hosphorusHvrownHonHpuQZZZRH urfaceH–evisitedWHJournaleofePhysicaleChemistryeCUH
2020UHZacUHaYacVaYah 3.8 19
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90  ingleVmoleculeHimagingHofHactivatedHnitrogenHadsorptionHonHindividualHmanganeseHphthalocyanineWH
NanoeLettersUH2015UHZdUHbZgZVg 11.5 18

89 vrowthHofHboronHnitrideHnanotubesHfromHmagnesiumHdiborideHcatalystsWHNanoscaleUH2018UHZYUHZbghdVZbhYZ7.7 18

88 sensityHfunctionalHpredictionsHofHnewHsiliconHallotropesiHtlectronicHpropertiesHandHpotentialH
applicationsHtoH{iVbatteryHanodeHmaterialsWHSolideStateeCommunicationsUH2011UHZdZUHZaagVZabY 1.6 18

87 veometricalUHelectronicUHandHmagneticHpropertiesHofHNaYWdroOaHfromHfirstHprinciplesWHPhysicale
RevieweBUH2005UHfZUH 3.3 18

86 sistinctHmoleculeHadsorptionHbehaviorsHonHwarpedHnanographeneHrgYwbYiHpHtheoreticalHstudyWH
CarbonUH2016UHZYYUHcagVcbc 10.4 16

85  urfaceHandHsizeHeffectsHonHtheHchargeHstateHofHNöHcenterHinHnanodiamondsWHComputationaleande
TheoreticaleChemistryUH2013UHZYaZUHchVdb 2 16

84 siffusionHandHdesorptionHofHoxygenHatomsHonHgrapheneWHJournaleofePhysicseCondensedeMatterUH2013UH
adUHcYdbYZ 1.8 16

83 xmplementationHofHexactHexchangeHwithHnumericalHatomicHorbitalsWHJournaleofePhysicaleChemistryeAUH
2010UHZZcUHZYbhVcb 2.8 16

82 xnorganicHelectridesWHChemistryeueAeEuropeaneJournalUH2004UHZYUHZdhaVe 4.8 16

81 xnterfacialHpropertiesHofHblackHphosphorusXtransitionHmetalHcarbideHvanHderHüaalsHheterostructuresWH
FrontierseofePhysicsUH2018UHZbUHZ 3.7 15

80 “roposalHofHaHgeneralHschemeHtoHobtainHroomVtemperatureHspinHpolarizationHinHasymmetricH
antiferromagneticHsemiconductorsWHPhysicaleRevieweBUH2015UHhaUH 3.3 15

79 {inearHscalingHelectronicHstructureHcalculationsHwithHnumericalHatomicHbasisHsetWHInternationale
ReviewseinePhysicaleChemistryUH2010UHahUHeedVehZ 7 15

78
veometryHandHtxcitationHtnergyHuluctuationsHofHN}pHinHpqueousH olutionHwithHrwp–}}UHp}qt–UH
O“{ UHandHv–O}O HuorceHuieldsiHxmplicationsHforH“roteinHUltravioletH pectraH imulationWHChemicale
PhysicseLettersUH2008UHcdaUHfgVgb

2.5 15

77 üaterHonHsiliceneiHpHhydrogenHbondVautocatalyzedHphysisorptionâ��chemisorptionâ��dissociationH
transitionWHNanoeResearchUH2017UHZYUHaaabVaabb 10 14

76 setectingHaH}oleculeâ�� urfaceHwybridH tateHbyHanHueVroatedHTipHwithHaHNonVsV{ikeHOrbitalWHJournale
ofePhysicaleChemistryeCUH2008UHZZaUHZdeYbVZdeYe 3.8 14

75 tlectronicHstructuresHofHorganicHmoleculeHencapsulatedHqNHnanotubesHunderHtransverseHelectricH
fieldWHJournaleofeChemicalePhysicsUH2008UHZahUHYacfZY 3.9 14

74 “hosphorusHNanostripeHprraysHonHruQZZYRiHpHraseH tudyHtoHUnderstandHtheH ubstrateHtffectHonHtheH
“hosphorusHthinHuilmHvrowthWHAdvancedeMaterialseInterfacesUH2017UHcUHZeYZZef 4.6 13

73 pdsorptionHandHsiffusionHofHrOHonHrleanHandHrOaV“recoveredHαnOQZYZHYRWHJournaleofePhysicale
ChemistryeCUH2018UHZaaUHghZhVghac 3.8 13

(2018-2015)
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72 tlectronicHandHtransportHpropertiesHofHgrapheneHwithHgrainHboundariesWHRSCeAdvancesUH2016UHeUHZYhYVZYhf3.7 13

71  tericHwindranceHtffectHinHwighVTemperatureH–eactionsWHCCSeChemistryUH2020UHaUHceYVcef 7.2 13

70 pHzineticH“athwayHtowardHwighVsensityHOrderedHNHsopingHofHtpitaxialHvrapheneHonHruQZZZRHUsingH
rNrlH“recursorsWHJournaleofetheeAmericaneChemicaleSocietyUH2017UHZbhUHfZheVfaYa 16.4 12

69 ThicknessVsependentHpdsorptionHofH}elamineHonHruXpuQZZZRHuilmsWHJournaleofePhysicaleChemistryeCUH
2017UHZaZUHfhffVfhgc 3.8 11

68 –eversibleHTuningHofHxnterfacialHandHxntramolecularHrhargeHTransferHinHxndividualH}n“cH}oleculesWH
NanoeLettersUH2015UHZdUHgYhZVg 11.5 11

67  ingleHmoleculeHtunnelingHspectroscopyHinvestigationHofHreversiblyHswitchedHdipolarHvanadylH
phthalocyanineHonHgraphiteWHAppliedePhysicseLettersUH2014UHZYcUHZZbdYe 3.4 11

66 preHpzafullereneHtncapsulatedH ingleVüalledHrarbonHNanotubesHnVTypeH emiconductorsnWHJournale
ofePhysicaleChemistryeCUH2011UHZZdUHZafeYVZafea 3.8 11

65 tlectronHTransportHinHqutaneH}olecularHüiresHwithHsifferentHpnchoringHvroupsHrontainingHNUH UHandH
“iHpHuirstH“rinciplesH tudyWHJournaleofePhysicaleChemistryeCUH2009UHZZbUHaZhZZVaZhZc 3.8 11

64 uirstVprinciplesHsimulationHofHamideHandHaromaticHsideHchainHultravioletHspectroscopyHofHaHcyclicH
dipeptideWHJournaleofePhysicaleChemistryeAUH2007UHZZZUHZZdfhVgb 2.8 11

63 {inearHscalingHcalculationHofHmaximallyHlocalizedHüannierHfunctionsHwithHatomicHbasisHsetWHJournaleofe
ChemicalePhysicsUH2006UHZacUHabcZYg 3.9 11

62 tlectronVphononHinteractionHinHaHraaNHmonolayeriHxntrinsicHmobilityHofHelectreneWHPhysicaleRevieweBUH
2018UHhgUH 3.3 11

61 tfficientHsirectHqandHvapH“hotovoltaicH}aterialH“redictedHöiaHsopingHsoubleH“erovskitesH
rsapgqi₂eHQ₂HlHrlUHqrRWHJournaleofePhysicaleChemistryeCUH2021UHZadUHZYgegVZYgfd 3.8 10

60 uirstV“rinciplesH tudyHofH}olecularHrlustersHuormedHbyHNitricHpcidHandHpmmoniaWHJournaleofePhysicale
ChemistryeAUH2017UHZaZUHeeZVeeg 2.8 9

59 xonHronductivityHtnhancementHinHpntiV pinelH{ibOqrHwithHxntrinsicHöacanciesWHAdvancedeTheoryeande
SimulationsUH2019UHaUHZgYYZbg 3.5 9

58 sesigningHzagomeH{atticeHfromH“otassiumHptomsHonH“hosphorusVvoldH urfaceHplloyWHNanoeLettersUH
2020UHaYUHddgbVddgh 11.5 9

57 TheoreticalHxnsightsHintoHtheHThermodynamicsHandHzineticsHofHvrapheneHvrowthHonHropperH
 urfacesWHJournaleofePhysicaleChemistryeCUH2020UHZacUHZeabbVZeacf 3.8 9

56  andwichV{ikeHNanosheetsHofHaHNVsopedH“orousHrarbonXvrapheneHrompositeHwithHtnhancedH
tlectrochemicalH“ropertiesHforH{ithiumHandH odiumH torageWHChemElectroChemUH2018UHdUHehcVfYY 4.3 9

55  ingleVstrandedHsNpHadsorptionHonHchiralHmoleculeHcoatedHpuHsurfaceiHaHmolecularHdynamicsHstudyWH
PhysicaleChemistryeChemicalePhysicsUH2010UHZaUHccbZVc 3.6 9
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54 {owVTemperatureHweterolyticHpdsorptionHofHwaHonHαnOQZYZHYRH urfaceWHJournaleofePhysicale
ChemistryeCUH2019UHZabUHZbagbVZbagf 3.8 8

53 TheoreticalHxnsightsHintoH{iVxonHTransportHinH{iTaa“OgWHJournaleofePhysicaleChemistryeCUH2019UHZabUHZhagaVZhagf3.8 8

52 OrientationVsensitiveHnonlinearHgrowthHofHgrapheneiHpnHepitaxialHgrowthHmechanismHdeterminedH
byHgeometryWHPhysicaleRevieweBUH2013UHggUH 3.3 8

51  T}HstudiesHofHsingleHmoleculesiHmolecularHorbitalHaspectsWHChemicaleCommunicationsUH2011UHcfUHafcfVea5.8 8

50 uirstVprinciplesHcalculationsHofHconductanceHwithinHaHplaneHwaveHbasisHsetHviaHnonVorthogonalH
üannierVtypeHatomicHorbitalsWHJournaleofePhysicseCondensedeMatterUH2006UHZgUHZbcfVZbdg 1.8 8

49 pHfirstVprinciplesHstudyHonHquasiVZsHalkaliHmetalHchainsHwithinHzeoliteHchannelsWHJournaleofeChemicale
PhysicsUH2004UHZaYUHhfadVg 3.9 7

48 qoostingHionicHconductivityHinHantiperovskiteH{ibOrlHviaHdefectHengineeringiHxnterstitialHversusH
vacancyWHPhysicaleRevieweMaterialsUH2019UHbUH 3.2 7

47  pinâ��phononHcouplingHinHNiOHnanoparticleWHJournaleofeAppliedePhysicsUH2020UHZagUHZbbhYd 2.5 7

46 TheHNanoparticleH izeHtffectHinHvrapheneHruttingiHpHâ��“acV}anâ��H}echanismWHAngewandteeChemieUH
2016UHZagUHZYYfaVZYYfd 3.6 7

45
 canningHtunnelingHmicroscopyHandHdensityHfunctionalHtheoryHcombinedHstudiesHofHrutileHTiOaQZHZHYRH
surfaceHchemistryiHüatchHsurfaceHprocessesHatHtheHatomicHscaleWHInternationaleJournaleofeQuantume
ChemistryUH2013UHZZbUHghVhd

2.1 6

44 pHcomputationalHinfraredHspectroscopicHstudyHofHgrapheneHoxideWHJournaleofeChemicalePhysicsUH2013UH
ZbhUHYgcfYc 3.9 6

43 NondecayingHlongHrangeHeffectHofHsurfaceHdecorationHonHtheHchargeHstateHofHNöHcenterHinHdiamondWH
JournaleofeChemicalePhysicsUH2013UHZbgUHYbcfYa 3.9 6

42 pHfirstVprinciplesHstudyHofHαnOHpolarHsurfaceHgrowthiHadsorptionHofHαnQxROQyRHclustersWHJournaleofe
ChemicalePhysicsUH2013UHZbhUHZacfYc 3.9 6

41 sensityHfunctionalHstudyHonHmechanismHofHrOHoxidationHwithHactivatedHwaterHonHOXpuHQZZZRH
surfaceWHScienceeBulletinUH2009UHdcUHZhfbVZhff 10.6 6

40 vrapheneHOxideiHTheoreticalH“erspectivesH2012UHehVgc 6

39 “rotonationHeffectsHonHelectronHtransportHthroughHdiblockHmolecularHjunctionsiHpHtheoreticalHstudyWH
ScienceeineChinaeSerieseB:eChemistryUH2008UHdZUHZZdhVZZed 6

38 xntrinsicHultraVwideHcompletelyHspinVpolarizedHstateHrealizedHinHaHnewHrrOHmonolayerWHPhysicale
ChemistryeChemicalePhysicsUH2020UHaaUHZfYbgVZfYcZ 3.6 6

37 OneVsimensionalH}agneticHOrderH tabilizedHinHtdgeV–econstructedH}o HNanoribbonHviaHqiasH
öoltageWHJournaleofePhysicaleChemistryeLettersUH2020UHZZUHfdbZVfdbd 6.4 6

(2020-2019)
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36
}olecularH}echanismHandH olvationHtffectHofH upramolecularHratalysisHinHaH yntheticHravitandH
–eceptorHwithHanHxnwardlyHsirectedHrarboxylicHpcidHforH–ingVOpeningHryclizationHofHtpoxyHplcoholsWH
ACSeCatalysisUH2018UHgUHZZhZYVZZhad

13.1 6

35 }olecularHmechanismHofHheterogeneousHsupramolecularHcatalysisHofHmetalVfreeHcucurbiturilHsolidH
forHepoxideHalcoholysisWHMoleculareCatalysisUH2019UHcefUHZVg 3.3 5

34 qlueH“hosphorusHvrowthHonHsifferentHNobleH}etalH urfacesiHuromHaHasHplloyHNetworkHtoHanH
txtendedH}onolayerWHJournaleofePhysicaleChemistryeCUH2021UHZadUHefdVefh 3.8 5

33 sissociativeHadsorptionHandHlinearHorganizationHofHformicHacidHonHαnOQZ´ Y´ â��Z´ YRHsurfaceWHJournaleofe
CatalysisUH2020UHbhYUHZYhVZZe 7.3 5

32 walfVfilledHintermediateHbandsHinHdopedHinorganicHperovskitesHforHsolarHcellsWHPhysicaleChemistrye
ChemicalePhysicsUH2020UHaaUHabgYcVabgYh 3.6 5

31 –hHsopingHinH“dHNanocubesHOptimizesHtheHpdsorptionHofHbVNitrostyreneHtowardsH electiveH
wydrogenationHofHöinylHvroupWHChemCatChemUH2019UHZZUHafhbVafhg 5.2 4

30 }olecularH}echanismsHandHptmosphericHxmplicationsHofHrriegeeHxntermediateVplcoholHrhemistryHinH
theHvasH“haseHandHpqueousH urfaceHtnvironmentsWHJournaleofePhysicaleChemistryeAUH2020UHZacUHgdgdVgdhb2.8 4

29 TheHmobilityHandHsolvationHstructureHofHaHhydroxylHradicalHinHaHwaterHnanodropletiHaH
qornVOppenheimerHmolecularHdynamicsHstudyWHPhysicaleChemistryeChemicalePhysicsUH2021UHabUHZceagVZcebd3.6 4

28 TowardHtpitaxialHvrowthHofH}isorientationVureeHvrapheneHonHruQZZZRHuoilsWWHACSeNanoUH2021UH 16.7 4

27  elfVsimilarityHofHsingleVchannelHtransmissionHforHelectronHtransportHinHnanowiresWHJournaleofe
ChemicalePhysicsUH2006UHZacUHZYcfYb 3.9 3

26 xsH}ayeniteHwithoutHrlathratedHOxygenHanHxnorganicHtlectridenWHAngewandteeChemieUH2004UHZZeUHeecZVeecc3.6 3

25  imulatingH“eriodicH ystemsHonHaH”uantumHromputerHUsingH}olecularHOrbitalsWHJournaleofeChemicale
TheoryeandeComputationUH2020UHZeUHehYcVehZc 6.4 3

24 OnV urfaceH ynthesisHofHNitrogenV ubstitutedHvoldV“hosphorusH“orousHNetworkWHChemistryeofe
MaterialsUH2020UHbaUHgdeZVgdee 9.6 3

23 pnHefficientHadaptiveHvariationalHquantumHsolverHofHtheH chrˆ¶dingerHequationHbasedHonHreducedH
densityHmatricesWHJournaleofeChemicalePhysicsUH2021UHZdcUHaccZZa 3.9 3

22 “redictiveHdesignHofHintrinsicHhalfVmetallicityHinHzigzagHtungstenHdichalcogenideHnanoribbonsWH
PhysicaleRevieweBUH2019UHZYYUH 3.3 3

21 ptomHbyHptomHrondensationHofH nH ingleHrlustersHwithinHvoldV“hosphorusH}etalVxnorganicH“orousH
NetworksWHJournaleofePhysicaleChemistryeLettersUH2021UHZaUHfcdVfdZ 6.4 3

20 ObtainingHxntrinsicallyHOccupiedHureeV paceH uperatomH tatesHinHanHtncapsulatedHraNHNanotubeWH
ACSeOmegaUH2018UHbUHZZheeVZZhfZ 3.9 3

19 wighV“ressureH“haseHuavoredHbyHaH ymmetryV–ecognizedHNanoconfinementHtffectWHJournaleofe
PhysicaleChemistryeLettersUH2012UHbUHaZdcVg 6.4 2
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18 UnderstandingHwighVTemperatureHrhemicalH–eactionsHonH}etalH urfacesiHpHraseH tudyHonH
tquilibriumHroncentrationHandHsiffusivityHofHrHwHonHaHruQZZZRH urfaceWWHJacseAuUH2022UHaUHccbVcda 2

17
–eactionH}echanismHandH trategyHforHOptimizingHtheHwydrogenHtvolutionH–eactionHonH ingleV{ayerH
ZTPHü eHandHüTeHqasedHonHvrandHranonicalH“otentialHzineticsWHACSeAppliedeMaterialsemamp;e
InterfacesUH2021UHZbUHddeZZVddeaY

9.5 2

16  ingleH}olecularH–eactionHofHüaterHonHaHαnOH urfaceWHNanoeLettersUH2021UHaZUHhdefVhdfa 11.5 2

15 “romotedHwaHsplittingHonHαnOHbyHpreVadsorbedHformicHacidWHJournaleofeCatalysisUH2021UHcYYUHaZaVaZf 7.3 2

14
xntrinsicHsescriptorsHforHroordinationHtnvironmentHandH ynergisticHtffectsHofH}etalHandH
tnvironmentHinH ingleVptomVratalyzedHrarbonHsioxideHtlectroreductionWHJournaleofePhysicale
ChemistryeCUH2021UHZadUHZgZgYVZgZge

3.8 2

13 tquationVofV}otionHTheoryHtoHralculateHpccurateHqandH tructuresHwithHaH”uantumHromputerWH
JournaleofePhysicaleChemistryeLettersUH2021UHZaUHggbbVggcY 6.4 2

12  chottkyHandHOhmicHrontactsHatH˛–VTellureneXasH}etalHxnterfacesWHACSeAppliedeElectroniceMaterialsUH
2022UHcUHZYgaVZYgg 4 2

11 xntrinsicHferromagneticHsemiconductivityHrealizedHinHaHnewH}o HmonolayerWHPhysicaleChemistrye
ChemicalePhysicsUH2020UHaaUHZbbebVZbbef 3.6 1

10 vrapheneHvrowthiH}echanismsHofHvrapheneHvrowthHonH}etalH urfacesiHTheoreticalH“erspectivesH
Q mallHZZXaYZcRWHSmallUH2014UHZYUHaZZcVaZZc 11 1

9 UnveilingHtheHptomicH tructureHandHvrowthHsynamicsHofHOneVsimensionalHüaterHonHαnOQZYVZYRWWH
JournaleofePhysicaleChemistryeLettersUH2022UHZddcVZdea 6.4 1

8 sopingVcontrollableHhighHtemperatureHmagneticHsemiconductorWHPhysicaeE:eLowuDimensionale
SystemseandeNanostructuresUH2021UHZbZUHZZcfbZ 3 1

7 TheHxmportantH–oleHofHOpticalHpbsorptionHinHseterminingHtheHtfficiencyHofHxntermediateHqandH olarH
rellsHandHaHsesignH“rincipleHforH“erovskiteHsopingWWHJournaleofePhysicaleChemistryeLettersUH2022UHZbUHaYZaVaYZg6.4 1

6 –eactionHbetweenHaHNOHsimerHandHsissolvedH OiHpHNewH}echanismHforHON OHuormationHandHitsH
uateHinHperosolWHJournaleofePhysicaleChemistryeAUH2021UHZadUHgcegVgcfd 2.8 0

5 roordinationHpolymerHderivedHNiHbasedHcompositeHmaterialHwithHNVdopedHmesoporousHcarbonHasH
matrixHforHpollutantsHremovalWHJournaleofePorouseMaterialsUH2019UHaeUHaYdVaZd 2.4

4 ruttingHvraphiticH}aterialsiHpH“romisingHüayHtoH“repareHvrapheneHNanoribbonsH2013UHfhVhh

3 rwp–vtHpNsH “xNHO–st–xNvHxNHNaYWdroOaHu–O}HTwtHw−q–xsHstN xT−HuUNrTxONp{H TUs−WH
JournaleofeTheoreticaleandeComputationaleChemistryUH2006UHYdUHdZdVdaa 1.8

2 –ˆ…cktitelbildiHTheHNanoparticleH izeHtffectHinHvrapheneHruttingiHpHâ��“acV}anâ��H}echanismHQpngewWH
rhemWHbcXaYZeRWHAngewandteeChemieUH2016UHZagUHZYbYcVZYbYc 3.6

1 romputationalHcharacterizationHofHnanosystemsWHChineseeJournaleofeChemicalePhysicsUH2022UHbdUHZVZd 0.9

(2022-2022)
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