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i Paper IF Citations

157 }oomUTemperatureHperroelectricityHinHYT^{O}U}e–_{Z}HwultilayersVVHPhysicaleRevieweLettersTH2022TH
YZbTHX_a_XY 7.4 5

156 onablingHrighHvoadingHinH–ingleUktomHmatalystsHonHlareH–ubstrateHwithHmhemicalH–cissorsHbyH
–aturatingHtheHknchoringH–itesVVHSmallTH2022THeZZXXXa[ 11 3

155 onablingHrighHvoadingHinH–ingleUktomHmatalystsHonHlareH–ubstrateHwithHmhemicalH–cissorsHbyH
–aturatingHtheHknchoringH–itesHP–mallHYcWZXZZQVHSmallTH2022THYbTHZZaXXcb 11 1

154 luiltUinHelectricHfieldHcontrolHofHmagneticHcouplingHinHvanHderH−aalsHsemiconductorsVHPhysicaleReviewe
BTH2021THYX[TH 3.3 4

153 wodulationHonHtheHsronHmentersHbyH–electiveH–ynthesisHofHyrganicHvigandsHwithH–tereoU–pecificH
monformationsVHSmallTH2021THYaTHeZXXbX[_ 11

152 montrollableHvd−HmontactsHbetweenHtheHperroelectricHsnZ–e[HwonolayerHandHTwoUnimensionalH
wetalsVHJournaleofePhysicaleChemistryeCTH2021THYZ^THYXa[bUYXa]_ 3.8 5

151 righUTemperatureHpUyrbitalHralfUwetallicityHandHyutUofUzlaneHziezoelectricityHinHaHqaxHwonolayerH
snducedHbyH–uperhalogensVHJournaleofePhysicaleChemistryeCTH2021THYZ^THYXXZaUYXX[[ 3.8 2

150
TrimetallicHyctahedralHxiâ��moâ��−HzhosphoxideH–proutedHfromHzlasmaUnefectUongineeredHxiâ��moH
–upportHforH×ltrahighUzerformanceHolectrocatalyticHrydrogenHovolutionVHACSeSustainableeChemistrye
andeEngineeringTH2021THcTHa]^]Ua]_^

8.3 7

149 xatureHofHspinUlatticeHcouplingHinHtwoUdimensionalHmrs[HandHmrqeTe[VHScienceeChina:ePhysicsse
MechanicseandeAstronomyTH2021TH_]THY 3.6 2

148 qrapheneUmediatedHferromagneticHcouplingHinHtheHnickelHnanoUislandsWgrapheneHhybridVHSciencee
AdvancesTH2021THaTH 14.3 2

147
–ubstitutionallyHnispersedHrighUyxidationHmoyxHmlustersHinHtheHvatticeHofH}utileHTiyZHTriggeringH
officientHmoiTiHmooperativeHmatalyticHmentersHforHyxygenHovolutionH}eactionsVHAdvancedeFunctionale
MaterialsTH2021TH[YTHZXXc_YX

15.6 38

146 –electiveHmonstructionHofHwagicHrierarchicalHwetalâ��yrganicHmlustersHonH–urfacesVHJournaleofe
PhysicaleChemistryeCTH2021THYZ^TH[^bU[_^ 3.8 3

145 TransitionHbetweenHhalfUmetalHandHferromagneticHsemiconductorHinducedHbyHsiliconHvacancyHinHbulkH
nonUmetallicHsubstrateHsupportedHsiliceneVHJournalePhysicseD:eAppliedePhysicsTH2021TH^]THYZ^[XZ 3

144 TwoUdimensionalHmetalUfreeHboronHchalcogenidesHlαHPαHgH–eHandHTeQHasHphotocatalystsHforHwaterH
splittingHunderHvisibleHlightVHNanoscaleTH2021THY[TH[_ZaU[_[Z 7.7 2

143 nimensionHeffectHonHferroelectricitydHaHfirstUprinciplesHstudyHonHqe–HnanoribbonsVHPhysicaleChemistrye
ChemicalePhysicsTH2021THZ[THYbb_[UYbb_b 3.6 1

142 smprovedHcontactHpropertiesHofHgrapheneUmetalHhybridHinterfacesHbyHgrainHboundariesVHAppliede
SurfaceeScienceTH2021TH^_[THY^X[cZ 6.7

141 wanipulatingHtheH}amanHscatteringHrotationHmagneticHfieldHinHanHwo–HmonolayerVVHRSCeAdvancesTH
2021THYYTH]X[^U]X]Y 3.7 0
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140 ×nconventionalHdistortionHinducedHtwoUdimensionalHmultiferroicityHinHaHmryHmonolayerVHNanoscaleTH
2021THY[THY[X]bUY[X^_ 7.7 1

139 qiantHliquadraticHoxchangeHinHZnHwagnetsHandHstsH}oleHinH–tabilizingHperromagnetismHofHximl_{Z}H
wonolayersVVHPhysicaleRevieweLettersTH2021THYZaTHZ]aZX] 7.4 1

138 zredictionHofHroomUtemperatureHferromagnetismHinHaHtwoUdimensionalHdirectHbandHgapH
semiconductorVHNanoscaleTH2020THYZTHY^_aXUY^_a_ 7.7 12

137 olectricalHmontrolHofHwagneticHzhaseHTransitionHinHaHTypeUsHwultiferroicHnoubleUwetalHTrihalideH
wonolayerVHPhysicaleRevieweLettersTH2020THYZ]THX_a_XZ 7.4 38

136 –witchableHencapsulationHofHpolysulfidesHinHtheHtransitionHbetweenHsulfurHandHlithiumHsulfideVH
NatureeCommunicationsTH2020THYYTHb]^ 17.4 51

135 niscoveryHofHtwinHorbitalUorderHphasesHinHferromagneticHsemiconductingH₂sHmonolayerVHPhysicale
ChemistryeChemicalePhysicsTH2020THZZTH^YZU^Ya 3.6 18

134 TunableHferroelectricHsingleUatomHcatalysisHofHmyHoxidationHusingHaHztWsnZ–e[HmonolayerVHJournaleofe
MaterialseChemistryeATH2020THbTHZXaZ^UZXa[Y 13 7

133 −aterUsproutedTHplasmaUenhancedHxiUmoHphosphoUnitrideHnanosheetsHboostHelectrocatalyticH
hydrogenHandHoxygenHevolutionVHChemicaleEngineeringeJournalTH2020TH]XZTHYZ_Z^a 14.7 26

132 TuningHolectronicHandHwagneticHzropertiesHofHTwoUnimensionalHperromagneticH–emiconductorHmrs[H
throughHkdsorptionHofHlenzeneVHJournaleofePhysicaleChemistryeCTH2020THYZ]THZZY][UZZY]c 3.8 10

131 –urfaceUsensitiveHmagneticHcharacterizationHtechniqueHforHultrathinHferromagneticHfilmHwithH
perpendicularHmagneticHanisotropyVHAIPeAdvancesTH2020THYXTHX_^XYc 1.5

130 TheHtanusHstructuresHofHgroupUsssHchalcogenideHmonolayersHasHpromisingHphotocatalystsHforHwaterH
splittingVHAppliedeSurfaceeScienceTH2019TH]abTH^ZZU^[Y 6.7 40

129 {uinoneUpacilitatedHmoordinatedHlipyreneHandHzolypyreneHonHkuPYYYQHbyHmaptureHofHqoldHkdatomsVH
JournaleofePhysicaleChemistryeCTH2019THYZ[THY_ZbYUY_Zba 3.8 6

128 righUTemperatureHperromagnetismHinHanHpezHwonolayerHwithHaHvargeHwagneticHknisotropyVHJournale
ofePhysicaleChemistryeLettersTH2019THYXTHZa[[UZa[b 6.4 50

127 momputationalHnissectionHofHZnH–imaHwonolayerdHkHnirectHlandHqapH–emiconductorHandHrighHzowerH
monversionHofficiencyVHAdvancedeTheoryeandeSimulationsTH2019THZTHYcXXX^b 3.5 8

126 }oomUtemperatureHmagnetismHandHtunableHenergyHgapsHinHedgeUpassivatedHzigzagHgrapheneH
quantumHdotsVHNpje2DeMaterialseandeApplicationsTH2019TH[TH 8.8 19

125 wechanicalTHolectronicTHandHwagneticHzropertiesHofHxiαHPαHgHmlTHlrTHsQHvayersVHACSeOmegaTH2019TH]TH^aY]U^aZY3.9 20

124 pirstUzrinciplesHzredictionHofH}oomUTemperatureHperromagneticH–emiconductorHwn–ZHviaHssovalentH
klloyingVHJournaleofePhysicaleChemistryeCTH2019THYZ[THYXYY]UYXYYc 3.8 19

123 qiantHlandHqapH}eductionHandHsnsulatorâ��wetalHTransitionHinHTwoUnimensionalHsnαHPαHgHmlTHlrTHsQH
vayersVHJournaleofePhysicaleChemistryeCTH2019THYZ[THZYa_[UZYa_a 3.8 3

(2019-2021)
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122 rydrogenHsnducedHotchingHpeaturesHofH−rinkledHqrapheneHnomainsVHNanomaterialsTH2019THcTH 5.4 2

121 –ubstrateUinducedHhalfUmetallicHpropertyHinHepitaxialHsiliceneVHEurophysicseLettersTH2019THYZ_TH^aXX_ 1.6 1

120 ×ltraUrighUTemperatureHperromagnetismHinHsntrinsicHTetrahedralH–emiconductorsVHJournaleofethee
AmericaneChemicaleSocietyTH2019THY]YTHYZ]Y[UYZ]Yb 16.4 20

119 loostingHtheHhighUcapacityHwithHmultiUactiveHcentersdHkHfirstUprinciplesHinvestigationHofHxiz–[H
monolayerHasHanHanodeHmaterialVHAppliedeSurfaceeScienceTH2019TH]c^THY][^[] 6.7 9

118 loostingHtheHmurieHTemperatureHofHTwoUnimensionalH–emiconductingHmrs[HwonolayerHthroughHvanH
derH−aalsHreterostructuresVHJournaleofePhysicaleChemistryeCTH2019THYZ[THYacbaUYacc[ 3.8 38

117 kccurateHuUedgeHαUrayHphotoelectronHandHabsorptionHspectraHofHgUmxHnanosheetsHbyHfirstUprinciplesH
simulationsHandHreinterpretationsVHPhysicaleChemistryeChemicalePhysicsTH2019THZYTHZZbYcUZZb[X 3.6 29

116 zrogressHandHprospectsHinHlowUdimensionalHmultiferroicHmaterialsVHWileyeInterdisciplinaryeReviews:e
ComputationaleMoleculareScienceTH2019THcTHeY]Xc 7.9 30

115 landHstructureHtuningHandHchargeHseparationHofHwxαHmonolayersHandHwxαWqa–HvanHderH−aalsH
heterostructuresVHPhysicaeE:eLowtDimensionaleSystemseandeNanostructuresTH2019THYXbTH]]U^Z 3 1

114 offectHofHmoulombHmorrelationHonHtheHwagneticHzropertiesHofHwnHmlustersVHJournaleofePhysicale
ChemistryeATH2018THYZZTH][^XU][^_ 2.8 4

113 ×ltrathinHmolybdenumHdisulfideWcarbonHnitrideHnanosheetsHwithHabundantHactiveHsitesHforHenhancedH
hydrogenHevolutionVHNanoscaleTH2018THYXTHYa__UYaa[ 7.7 46

112 nesigningHhalfUmetallicHferromagnetismHbyHaHnewHstrategydHanHexampleHofHsuperhalogenHmodifiedH
graphiticHm[x]VHJournaleofeMaterialseChemistryeCTH2018TH_THYaXcUYaY] 7.1 14

111 zredictionHofHsntrinsicHperromagneticHperroelectricityHinHaHTransitionUwetalHralideHwonolayerVH
PhysicaleRevieweLettersTH2018THYZXTHY]a_XY 7.4 149

110 ktomicallyHthinHmononitridesH–ixHandHqexdHxewHtwoUdimensionalHwideHbandHgapHsemiconductorsVH
EurophysicseLettersTH2018THYZZTH]aXXZ 1.6 3

109 –ynthesisHofHkmorphousHmarbonHpilmHinHothanolHsnverseHniffusionHplamesVHNanomaterialsTH2018THbTH 5.4 1

108 TowardHsntrinsicH}oomUTemperatureHperromagnetismHinHTwoUnimensionalH–emiconductorsVHJournale
ofetheeAmericaneChemicaleSocietyTH2018THY]XTHYY^YcUYY^Z^ 16.4 170

107 ktomicallyHdispersedHtungstenHonHmetalHhalideHmonolayerHasHaHferromagneticHmhernHinsulatorVH
PhysicaleRevieweBTH2018THcbTH 3.3 5

106 officientHmarrierH–eparationHandHlandH–tructureHTuningHofHTwoUnimensionalHmZxWqaTeHvanHderH
−aalsHreterostructureVHJournaleofePhysicaleChemistryeCTH2018THYZZTHY^bcZUY^cXZ 3.8 32

105 rexagonalHloronHxitrideâ��wetalHtunctiondH}emovingHtheH–chottkyHlarriersHbyHqrainHloundaryVH
AdvancedeTheoryeandeSimulationsTH2018THYTHYbXXX]^ 3.5 4
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104 landHgapHengineeringHandHvisibleHlightHresponseHforHqa–HmonolayerHbyHisovalentHanionUcationH
codopingVHMaterialseChemistryeandePhysicsTH2017THYcbTHZa^UZbZ 4.4 13

103 ₂anHderH−aalsHbilayerHantimonenedHkHpromisingHthermophotovoltaicHcellHmaterialHwithH[YMHenergyH
conversionHefficiencyVHNanoeEnergyTH2017TH[bTH^_YU^_b 17.1 78

102 –tabilizationHofHtheHwetastableHveadHsodideHzerovskiteHzhaseHviaH–urfaceHpunctionalizationVHNanoe
LettersTH2017THYaTH]]X^U]]Y] 11.5 151

101 {uantumHanomalousHrallHeffectHinHferromagneticHtransitionHmetalHhalidesVHPhysicaleRevieweBTH2017TH
c^TH 3.3 69

100 odgeUwodifiedHqrapheneHxanoribbonsdHkppearanceHofH}obustH–piralHwagnetismVHJournaleofePhysicale
ChemistryeCTH2017THYZYTHY[aYUY[a_ 3.8 11

99 zredictionHofHanotherHsemimetallicHsiliceneHallotropeHwithHniracHfermionsVHPhysicseLettersseSectioneA:e
GeneralseAtomiceandeSolideStateePhysicsTH2017TH[bYTH[a^]U[a^c 2.3 22

98 kHpromisingHtwoUdimensionalHchannelHmaterialdHmonolayerHantimonideHphosphorusVHScienceeChinae
MaterialsTH2016TH^cTH_]bU_^_ 7.1 22

97 righUcapacityHhydrogenHstorageHinHviUadsorbedHgUm[x]VHMaterialseChemistryeandePhysicsTH2016THYbXTH]]XU]]]4.4 12

96 }ealizingHhalfUmetallicityHinHuZmop]HexfoliatedHnanosheetsHviaHdefectHengineeringVHPhysicale
ChemistryeChemicalePhysicsTH2016THYbTHY^a_^Ua[ 3.6 3

95 –uperhalogensHasHbuildingHblocksHofHtwoUdimensionalHorganicUinorganicHhybridHperovskitesHforH
optoelectronicsHapplicationsVHNanoscaleTH2016THbTHYab[_UYab]Z 7.7 32

94 mobaltH–ulfideWqrapheneHmompositeHrydrogelHasHolectrodeHforHrighUzerformanceH
zseudocapacitorsVHScientificeReportsTH2016TH_THZYaYa 4.9 91

93 xewHperroelectricHzhaseHinHktomicUThickHzhosphoreneHxanoribbonsdHoxistenceHofHinUzlaneHolectricH
zolarizationVHNanoeLettersTH2016THY_THbXY^UbXZX 11.5 46

92 olectridedHfromHcomputationalHcharacterizationHtoHtheoreticalHdesignVHWileyeInterdisciplinarye
Reviews:eComputationaleMoleculareScienceTH2016TH_TH][XU]]X 7.9 31

91 –emiconductingHqroupHY^HwonolayersdHkHlroadH}angeHofHlandHqapsHandHrighHmarrierHwobilitiesVH
AngewandteeChemieeteInternationaleEditionTH2016TH^^THY___Uc 16.4 535

90 wagneticHstructureHofHPm^rYZxQmulr[dHoriginHofHtheHuniformHreisenbergHchainHbehaviorHandHtheH
magneticHanisotropyHofHtheHmuZSHP–HgHYWZQHionsVHRSCeAdvancesTH2016TH_THZZaZZUZZaZa 3.7 3

89 –emiconductingHqroupHY^HwonolayersdHkHlroadH}angeHofHlandHqapsHandHrighHmarrierHwobilitiesVH
AngewandteeChemieTH2016THYZbTHY_cbUYaXY 3.6 254

88 ralfUmetallicityHobtainedHinHsiliceneHnanosheetHbyHnitrogenationHengineeringVHJournaleofeAppliede
PhysicsTH2016THYZXTHZ[][X[ 2.5 9

87 {uantumHzhaseHTransitionHinHqermaneneHandH–taneneHlilayerdHpromHxormalHwetalHtoHTopologicalH
snsulatorVHJournaleofePhysicaleChemistryeLettersTH2016THaTHYcYcUZ] 6.4 26

(2016-2017)
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86 ₂alleyHcontrastingHinHepitaxialHgrowthHofHsnWTlHhomoatomicHmonolayerHwithHanomalousHxernstH
conductanceVHPhysicaleRevieweBTH2016THc]TH 3.3 5

85 TheoreticalHrealizationHofHhalfUmetallicityHinHtwoUdimensionalHmonolayeredHmolybdenumHdinitrideH
byHwoHvacancyHtuningVHPhysicseLettersseSectioneA:eGeneralseAtomiceandeSolideStateePhysicsTH2016TH[bXTHZ__cUZ_a[2.3 3

84 TheoreticalHzredictionHofHzhosphoreneHandHxanoribbonsHksHpastUmhargingHviHsonHlatteryHknodeH
waterialsVHJournaleofePhysicaleChemistryeCTH2015THYYcTH_cZ[U_cZb 3.8 83

83 TheoreticalHunderstandingHofHmagneticHandHelectronicHstructuresHofHTi[mZHmonolayerHandHitsH
derivativesVHSolideStateeCommunicationsTH2015THZZZTHcUY[ 1.6 28

82 kHpromisingHwayHtoHopenHanHenergyHgapHinHbilayerHgrapheneVHNanoscaleTH2015THaTHYaXc_UYXY 7.7 9

81
₂acancyUinducedHinsulatorHâ��HdirectHspinHgaplessHsemiconductorHâ��HhalfUmetalHtransitionHinHdoubleH
perovskiteHvaZmrpey_dHkHfirstUprinciplesHstudyVHPhysicseLettersseSectioneA:eGeneralseAtomiceandeSolide
StateePhysicsTH2015TH[acTHZbcaUZcXY

2.3 7

80 ktomicallyHThinHTransitionUwetalHninitridesdHrighUTemperatureHperromagnetismHandH
ralfUwetallicityVHNanoeLettersTH2015THY^THbZaaUbY 11.5 132

79 kHtheoreticalHstudyHonHtheHstructuralHandHphysicalHpropertiesHofHtheHgroundUstateHmamVHSolideStatee
CommunicationsTH2015THZX[THYXUY^ 1.6 2

78 moexistenceHofHmetallicHandHinsulatingUlikeHstatesHinHgrapheneVHScientificeReportsTH2015TH^THbca] 4.9 3

77 TwoUdimensionalHsiliconHmonolayersHgeneratedHonHcUlxPYYYQHsubstrateVHPhysicaleChemistryeChemicale
PhysicsTH2015THYaTHY^_c]UaXX 3.6 9

76 wagneticHandHelectronicHpropertiesHofHfrustratedHspinHdimerHcompoundHuZpeZlZyadHkH
firstUprinciplesHcalculationVHSolideStateeCommunicationsTH2015THZZXTHaaUbX 1.6

75 olectronicHandHmagneticHpropertiesHofHanHklxHmonolayerHdopedHwithHfirstUrowHelementsdHaH
firstUprinciplesHstudyVHRSCeAdvancesTH2015TH^THYb[^ZUYb[^b 3.7 37

74 wnyZHnanorodsHintercalatingHgrapheneHoxideWpolyanilineHternaryHcompositesHforHrobustH
highUperformanceHsupercapacitorsVHScientificeReportsTH2014TH]TH]bZ] 4.9 176

73 −illHaHgraphiticUlikeHZnyHsingleUlayerHbeHanHidealHsubstrateHforHgrapheneiVHRSCeAdvancesTH2014TH]THYa]ab 3.7 13

72 kHlUmUxHhybridHporousHsheetdHanHefficientHmetalUfreeHvisibleUlightHabsorptionHmaterialVHPhysicale
ChemistryeChemicalePhysicsTH2014THY_TH]ZccU[X] 3.6 11

71 kHpromisingHmonolayerHmembraneHforHoxygenHseparationHfromHharmfulHgasesdHnitrogenUsubstitutedH
polyphenyleneVHNanoscaleTH2014TH_THcc_XU] 7.7 47

70 perroelectricUlikeHstructuralHtransitionHinHmetallicHviysy[VHRSCeAdvancesTH2014TH]THZ_b][ 3.7 6

69 –andwichUstructuredHwnyZWpolypyrroleWreducedHgrapheneHoxideHhybridHcompositesHforH
highUperformanceHsupercapacitorsVHRSCeAdvancesTH2014TH]THcbcbUccX] 3.7 101
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68 smprovedHpermeabilityHandHselectivityHinHporousHgrapheneHforHhydrogenHpurificationVHPhysicale
ChemistryeChemicalePhysicsTH2014THY_THZ^a^^Uc 3.6 35

67 olectronicHpropertiesHandHhydrogenHstorageHapplicationHofHdesignedHporousHnanotubesHfromHaH
polyphenyleneHnetworkVHInternationaleJournaleofeHydrogeneEnergyTH2014TH[cTHYbc__UYbca^ 6.7 28

66 TheoreticalHstudyHofHmyHoxidationHonHcationicTHneutralTHandHanionicHkuwHdimersHPwHgHzdHandHkgQVH
JournaleofeMoleculareModelingTH2014THZXTHZ[Y[ 2 4

65 TheHeffectHofHoxygenHvacancyHonHtheHhalfUmetallicHnatureHofHdoubleHperovskiteH–rZpewoy_dHkH
theoreticalHstudyVHSolideStateeCommunicationsTH2014THYaaTH^aU_X 1.6 20

64 αiangHetHalVHreplyVHPhysicaleRevieweLettersTH2014THYYZTHYccbXZ 7.4 2

63 TheHeffectHofHbiaxialHmechanicalHstrainHonHtheHphysicalHpropertiesHofHdoubleHperovskiteH–rZpewoy_dH
kHtheoreticalHstudyVHSolideStateeCommunicationsTH2014THYcYTHaXUa^ 1.6 16

62 TunableHbandHgapHandHhydrogenHadsorptionHpropertyHofHaHtwoUdimensionalHporousHpolymerHbyH
nitrogenHsubstitutionVHPhysicaleChemistryeChemicalePhysicsTH2013THY^TH___UaX 3.6 20

61 righUtemperatureHferroUelectricityHinHtwoUdimensionalHatomicHcrystalVHAppliedePhysicseLettersTH2013TH
YX[THYc[YX[ 3.4 26

60 –tabilityHofHgraphiticUlikeHzincHoxideHlayersHunderHcarriersHdopingdHaHfirstUprinciplesHstudyVHNanoscaleTH
2013TH^THYZYYYU] 7.7 9

59 loronUsubstitutedHgraphyneHasHaHversatileHmaterialHwithHhighHstorageHcapacitiesHofHviHandHrZdHaH
multiscaleHtheoreticalHstudyVHPhysicaleChemistryeChemicalePhysicsTH2013THY^THY_YZXU_ 3.6 78

58 TheHstrainHeffectHonHcolossalHoxygenHionicHconductivityHinHnanoscaleHzirconiaHelectrolytesdHaH
firstUprinciplesUbasedHstudyVHPhysicaleChemistryeChemicalePhysicsTH2013THY^THZ_cZUa 3.6 16

57 TwoUnimensionalHrexagonalHTransitionUwetalHyxideHforH–pintronicsVHJournaleofePhysicaleChemistrye
LettersTH2013TH]THYYZXU^ 6.4 49

56 dXHmagnetismHinHsemiconductorsHthroughHconfiningHdelocalizedHatomicHorbitalsVHAppliedePhysicse
LettersTH2013THYXZTHXZZ]ZZ 3.4 9

55 TowardsHdirectUgapHsiliconHphasesHbyHtheHinverseHbandHstructureHdesignHapproachVHPhysicaleReviewe
LettersTH2013THYYXTHYYbaXZ 7.4 112

54
matenatedHmetalUorganicHframeworksdHzromisingHhydrogenHpurificationHmaterialsHandHhighH
hydrogenHstorageHmediumHwithHfurtherHlithiumHdopingVHInternationaleJournaleofeHydrogeneEnergyTH
2013TH[bTHcbYYUcbYb

6.7 33

53 qeometricHandHolectronicH–tructuresHasHwellHasHThermodynamicH–tabilityHofHrexylUwodifiedH–iliconH
xanosheetVHJournaleofePhysicaleChemistryeCTH2013THYYaTHY[Zb[UY[Zbb 3.8 15

52 snfluencesHofHlithiumHdopingHandHfullereneHimpregnationHonHhydrogenHstorageHinHmetalHorganicH
frameworksVHMoleculareSimulationTH2013TH[cTHc_bUca] 2 10

51 –tabilizingHintrinsicHdefectsHinH–nyZVHPhysicaleRevieweBTH2013THbaTH 3.3 38

(2013-2014)
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50 marrierUtunableHmagnetismHofHgrapheneHwithHsingleUatomHvacancyVHJournaleofeAppliedePhysicsTH2013TH
YY[THZY[aXc 2.5 7

49 liaxialHstrainHeffectHonHtheHelectronicHandHmagneticHphaseHtransitionsHinHdoubleHperovskiteH
vaZpewny_dHkHfirstUprinciplesHstudyVHJournaleofeAppliedePhysicsTH2013THYY]THX_[aY[ 2.5 14

48 TwoUdimensionalHorganometallicHporousHsheetsHwithHpossibleHhighUtemperatureHferromagnetismVH
NanoscaleTH2012TH]TH^[X]Ua 7.7 22

47 ₂isibleUvightUkbsorptionHinHqraphiticHm[x]HlilayerdHonhancedHbyHsnterlayerHmouplingVHJournaleofe
PhysicaleChemistryeLettersTH2012TH[TH[[[XU[[[] 6.4 123

46
–pinHreorientationHinHtheHsquareUlatticeHantiferromagnetsH}wnksyHP}HgHmeTHxdQdHdensityHfunctionalH
analysisHofHtheHspinUexchangeHinteractionsHbetweenHtheHrareUearthHandHtransitionUmetalHionsVH
InorganiceChemistryTH2012TH^YTH_bcXUa

5.1 16

45 ralfUmetallicityHinHorganicHsingleHporousHsheetsVHJournaleofetheeAmericaneChemicaleSocietyTH2012THY[]TH^aYbUZY16.4 87

44 zrominentlyHsmprovedHrydrogenHzurificationHandHnispersiveHwetalHlindingHforHrydrogenH–torageH
byH–ubstitutionalHnopingHinHzorousHqrapheneVHJournaleofePhysicaleChemistryeCTH2012THYY_THZYZcYUZYZc_ 3.8 68

43 ×nzippingHcarbonHnanotubesHintoHnanoribbonsHuponHoxidationdHaHfirstUprinciplesHstudyVHNanoscaleTH
2012TH]THYZ^]Ua 7.7 16

42 −hyHtheHlandHqapHofHqrapheneHssHTunableHonHrexagonalHloronHxitrideVHJournaleofePhysicale
ChemistryeCTH2012THYY_TH[Y]ZU[Y]_ 3.8 88

41 VHJournaleofePhysicaleChemistryeCTH2012THYY_THYY[[_UYY[]Z 3.8 150

40 pirstUprinciplesHinvestigationsHonHtheHmagneticHstructureHofH˛–Uxawnyâ��VHJournaleofePhysicseCondensede
MatterTH2012THZ]TH]^_XXZ 1.8 4

39 onhancingHmagneticHvacanciesHinHsemiconductorsHbyHstrainVHAppliedePhysicseLettersTH2012THYXXTHXaZ]XY 3.4 19

38 vithiumUdopedHwypHimpregnatedHwithHlithiumUcoatedHfullerenesdHaHhydrogenHstorageHrouteHforHhighH
gravimetricHandHvolumetricHuptakesHatHambientHtemperaturesVHChemicaleCommunicationsTH2011TH]aTHa_cbUaXX5.8 53

37
nensityHfunctionalHtheoryHanalysisHofHtheHinterplayHbetweenHtahnUTellerHinstabilityTHuniaxialH
magnetismTHspinHarrangementTHmetalUmetalHinteractionTHandHspinUorbitHcouplingHinHma[mowy_HPwHgH
moTH}hTHsrQVHInorganiceChemistryTH2011TH^XTHYa^bU__

5.1 19

36 nensityHpunctionalHsnvestigationHofHtheHnifferenceHinHtheHwagneticH–tructuresHofHtheHvayeredH
TriangularHkntiferromagnetsHmupeyZHandHkgmryZVHChemistryeofeMaterialsTH2011THZ[TH]YbYU]Yb^ 9.6 6

35 qrapheneHxanoribbonsdHqeometricTHolectronicTHandHwagneticHzropertiesH2011TH 18

34 nensityHfunctionalHpredictionsHofHnewHsiliconHallotropesdHolectronicHpropertiesHandHpotentialH
applicationsHtoHviUbatteryHanodeHmaterialsVHSolideStateeCommunicationsTH2011THY^YTHYZZbUYZ[X 1.6 18

33 –iteUselectedHdopingHinHsiliconHnanowiresHbyHanHexternalHelectricHfieldVHNanoscaleTH2011TH[TH[_ZXUZ 7.7 3
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32 ralfUwetallicHniracHzointHinHlUodgeHrydrogenatedHlxHxanoribbonsVHJournaleofePhysicaleChemistryeCTH
2011THYY^THYaZ^ZUYaZ^] 3.8 35

31 –ingleUionHanisotropyTHnzyaloshinskiiUworiyaHinteractionTHandHnegativeHmagnetoresistanceHofHtheH
spinUYZHpyrochloreH}Z₂ZyaVHPhysicaleRevieweBTH2011THb[TH 3.3 33

30 ynHtheHhighHmagneticUorderingHtemperatureHofHtheH^dHmagneticHoxideHma[viysy_HcrystallizingHinHaH
trigonalHcrystalHstructuredHdensityHfunctionalHanalysisVHInorganiceChemistryTH2011TH^XTH]YbZU_ 5.1 10

29 zredictingHtheHspinUlatticeHorderHofHfrustratedHsystemsHfromHfirstHprinciplesVHPhysicaleRevieweBTH2011TH
b]TH 3.3 166

28 qeneralHtheoryHforHtheHferroelectricHpolarizationHinducedHbyHspinUspiralHorderVHPhysicaleReviewe
LettersTH2011THYXaTHY^aZXZ 7.4 81

27 perrimagnetismHinHzigzagHgrapheneHnanoribbonsHinducedHbyHmainUgroupHadatomsVHAppliedePhysicse
LettersTH2010THc_THYXZ^X[ 3.4 37

26 olectricalHrectificationHbyHselectiveHwaveUfunctionHcouplingHinHsmallHkgHclustersHonH–iPYYYQâ��Paˆ�aQVH
PhysicaleRevieweBTH2010THbYTH 3.3 11

25 TheHlayeredHferromagnetHmsZkgp]dHkntiferromagneticHinterUlayerHcouplingHdrivenHbyHmagneticH
dipoleUdipoleHinteractionsVHZeitschrifteFˆ…reKristallographieTH2010THZZ^TH 13

24 TheoreticalHsnvestigationHofHtheHwagneticH–tructureHandHperroelectricHzolarizationHofHtheH
wultiferroicHvangasiteHla[xbpe[–iZyY]VHChemistryeofeMaterialsTH2010THZZTH^ZcXU^Zc^ 9.6 24

23 yrbitalHorderHandHpartialHelectronicHdelocalizationHinHaHtriangularHmagneticHmetalHkgZwnyZVH
PhysicaleRevieweBTH2010THbYTH 3.3 23

22 zredictionHforHroomUtemperatureHhalfUmetallicHferromagnetismHinHtheHhalfUfluorinatedHsingleHlayersH
ofHlxHandHZnyVHAppliedePhysicseLettersTH2010THcaTHYZZ^X[ 3.4 45

21 ziUbackUdonationHeffectHofHtheHcyanideHligandsHonHtheHelectronHcorrelationHandHchargeHtransferHinH
zrussianHblueH}bwn[pePmxQP_Q]VHInorganiceChemistryTH2010TH]cTH[Xb_Ub 5.1 17

20 ynHtheHimportanceHofHtheHinterplaquetteHspinHexchangesHinHxa[}uy]dHdensityHfunctionalHtheoryH
analysisHofHtheHspinHexchangeHandHmagneticHpropertiesVHInorganiceChemistryTH2010TH]cTH[XZ^Ub 5.1 11

19 ralfUmetallicHferromagnetismHandHlargeHnegativeHmagnetoresistanceHinHtheHnewHlacunarHspinelH
qaTi[₂–bVHJournaleofetheeAmericaneChemicaleSocietyTH2010THY[ZTH^aX]UYX 16.4 46

18 knalysisHofHtheHmagneticHstructureHandHferroelectricHpolarizationHofHmonoclinicHwn–bPZQ–P]QHbyH
densityHfunctionalHtheoryHcalculationsVHInorganiceChemistryTH2010TH]cTHYXc^_Uc 5.1 10

17 TheoreticalHanalysisHofHtheHspinHexchangeHandHmagneticHdipoleUdipoleHinteractionsHleadingHtoHtheH
magneticHstructureHofHxi[Tey_VHInorganiceChemistryTH2010TH]cTHa^]^Ub 5.1 28

16 ThermodynamicallyHstableHsingleUsideHhydrogenatedHgrapheneVHPhysicaleRevieweBTH2010THbZTH 3.3 44

15 perroelectricityHinHzerovskitesHwithHsXHkU–iteHmationsdHTowardHxearU}oomUTemperatureH
wultiferroicsVHAngewandteeChemieTH2010THYZZTHY_]aUY_^X 3.6 8

(2010-2011)

9



14 perroelectricityHinHperovskitesHwithHsXHkUsiteHcationsdHtowardHnearUroomUtemperatureHmultiferroicsVH
AngewandteeChemieeteInternationaleEditionTH2010TH]cTHY_X[U_ 16.4 22

13 yriginHofHtheHssingHferrimagnetismHandHspinUchargeHcouplingHinHvupeZy]VHPhysicaleRevieweBTH2009TH
bXTH 3.3 27

12 wagnetismHofHsemiconductorUbasedHmagneticHtunnelHjunctionsHunderHelectricHfieldHfromHfirstH
principlesVHAppliedePhysicseLettersTH2009THc]THZ^ZYXZ 3.4 2

11 wagneticHstatesHofHzigzagHgrapheneHnanoribbonsHfromHfirstHprinciplesVHAppliedePhysicseLettersTH2009TH
c]THZZ[YX^ 3.4 37

10 JxarrowJHgrapheneHnanoribbonsHmadeHeasierHbyHpartialHhydrogenationVHNanoeLettersTH2009THcTH]XZ^U[X 11.5 115

9 nensityUfunctionalHanalysisHofHspinHexchangeHandHferroelectricHpolarizationHinHkgmryZVHPhysicale
RevieweBTH2009THbXTH 3.3 25

8 ralfUmetallicityHinHedgeUmodifiedHzigzagHgrapheneHnanoribbonsVHJournaleofetheeAmericaneChemicale
SocietyTH2008THY[XTH]ZZ]U^ 16.4 587

7 ralfUmetallicityHinHhybridHlmxHnanoribbonsVHJournaleofeChemicalePhysicsTH2008THYZcTHXb]aYZ 3.9 129

6 wkqxoTs–wHsxHq}kzroxoH–Y–Tow–VHNanoTH2008THX[TH][[U]]Z 1.1 61

5 −illHzigzagHgrapheneHnanoribbonHturnHtoHhalfHmetalHunderHelectricHfieldiVHAppliedePhysicseLettersTH
2007THcYTHZ][YY_ 3.4 285

4 olectronicHstructureHofHatomicHTiHchainsHonHsemiconductingHgrapheneHnanoribbonsdHaHfirstUprinciplesH
studyVHJournaleofeChemicalePhysicsTH2007THYZaTHY_]aX_ 3.9 30

3 pirstUprinciplesHstudyHofHinteractionHbetweenHrZHmoleculesHandHlxHnanotubesHwithHlxHdivacanciesVH
JournaleofeChemicalePhysicsTH2007THYZaTHY_]aYb 3.9 18

2 olectronUinducedHferromagneticHorderingHofHmoUdopedHZnyVHJournaleofeAppliedePhysicsTH2007THYXZTHX[[cY 2̂.5 39

1 pirstUprinciplesHcalculationsHofHtheHelectronicHandHmagneticHpropertiesHofHmsZkgp]VHPhysicaleReviewe
BTH2007THa_TH 3.3 13
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