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74 TunableLelectronicLpropertiesLofLporousLgraphiticLcarbonLnitrideLVvhNiWLmonolayerLbyLatomicL
dopingLandLembeddinglLtLfirst[principleLstudy]LAppliedmSurfacemScienceZL2022ZLgjeZLcgddib 6.7 3

73
tb[initio[drivenLpredictionLofLpuckeredLpenta[likeLPdPSeXLVXoLOZLSZLTeWLβanusLmonolayerslLStudyLonL
theLelectronicZLopticalZLmechanicalLandLphotocatalyticLproperties]LAppliedmSurfacemScienceZL2022ZL
gjdZLcgdegh

6.7 9

72 uand[gapLengineeringZLmagneticLbehaviorLandLwirac[semimetalLcharacterLinLtheLMoSidNfL
nanoribbonLwithLarmchairLandLzigzagLedges]LJournalmPhysicsmD:mAppliedmPhysicsZL2022ZLggZLbegebc 3 7

71 ThermoelectricLpropertiesLofLdopedLgrapheneLnanoribbonslLdensityLfunctionalLtheoryLcalculationsL
andLelectricalLtransport]]LRSCmAdvancesZL2022ZLcdZLhcif[hcjb 3.7 0

70 Two[dimensionalLXYLmonolayersLVXLoLtlZLzaZL−nmLYLoLNZLPZLtsWLwithLaLdoubleLlayerLhexagonalL
structurelLtLfirst[principlesLperspective]LAppliedmSurfacemScienceZL2022ZLgkbZLcgdkkj 6.7 3

69 MonoelementalLtwo[dimensionalLiodineneLnanosheetslLaLfirst[principlesLstudyLofLtheLelectronicLandL
opticalLproperties]LJournalmPhysicsmD:mAppliedmPhysicsZL2022ZLggZLcegcbf 3

68 −nvestigationLofLvacancyLdefectsLandLsubstitutionalLdopingLinLtlSbLmonolayerLwithLdoubleLlayerL
honeycombLstructurelLaLfirst[principlesLcalculation]LJournalmofmPhysicsmCondensedmMatterZL2021ZLefZL 1.8 1

67
Two[dimensionalLyeTeLandLpredictedLβanusLyeXSLVXlLTeLandLSeWLmonolayersLwithLintrinsicL
half[metallicLcharacterlLtunableLelectronicLandLmagneticLpropertiesLstrainLandLelectricLfield]LPhysicalm
ChemistrymChemicalmPhysicsZL2021ZLdeZLdfeeh[dfefe

3.6 5

66
xffectLofLadsorptionLandLsubstitutionalLuLdopingLatLdifferentLconcentrationsLonLtheLelectronicLandL
magneticLpropertiesLofLaLueOLmonolayerlLaLfirst[principlesLstudy]LPhysicalmChemistrymChemicalm
PhysicsZL2021ZLdeZLdfkdd[dfkec

3.6 2

65 Two[dimensionalLporousLgraphiticLcarbonLnitrideLvhNiLmonolayerlLyirst[principlesLcalculations]L
AppliedmPhysicsmLettersZL2021ZLcckZLcfdcbd 3.4 12

64 Two[dimensionalLwiracLhalf[metalLinLporousLcarbonLnitrideLvNmonolayerLviaLatomicLdoping]L
NanotechnologyZL2021ZLeeZL 3.4 3

63
wevelopingLfeature[richLelectronicLandLmagneticLpropertiesLinLtheL˛†[tsLmonolayerLforLspintronicL
andLoptoelectronicLapplicationsLbyLvLandLSiLdopinglLtLfirst[principlesLstudy]LSurfacesmandmInterfacesZL
2021ZLdiZLcbcgef

4.1 0

62 xlectronicZLopticalLandLthermoelectricLpropertiesLofLaLnovelLtwo[dimensionalLSbXYLVXLoLSeZLTemLYLoL
urZL−WLfamilylLperspective]LPhysicalmChemistrymChemicalmPhysicsZL2021ZLdeZLdgjhh[dgjih 3.6 3

61 SemiconductingLvhalcogenideLtlloysLuasedLonLtheLVzeZLSnZLPbWLVSZLSeZLTeWLyormulaLwithLOutstandingL
PropertieslLtLyirst[PrinciplesLvalculationLStudy]LACSmOmegaZL2021ZLhZLkfee[kffc 3.9 9

60 xlectronicLandLmagneticLpropertiesLofLtwo[dimensionalLofLyeXLVXLoLSZLSeZLTeWLmonolayersLcrystallizeL
inLtheLorthorhombicLstructures]LAppliedmPhysicsmLettersZL2021ZLccjZLcfecbd 3.4 21

59 xffectLofLelectricLfieldLandLverticalLstrainLonLtheLelectro[opticalLpropertiesLofLtheLMoSidNfLbilayerlLtL
first[principlesLcalculation]LJournalmofmAppliedmPhysicsZL2021ZLcdkZLcggcbe 2.5 23

58 tbLinitioLpredictionLofLsemiconductivityLinLaLnovelLtwo[dimensionalLSbXLVXoLSZLSeZLTeWLmonolayersL
withLorthorhombicLstructure]LScientificmReportsZL2021ZLccZLcbehh 4.9 20
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57 tLwirac[semimetalLtwo[dimensionalLueNflLThickness[dependentLelectronicLandLopticalLproperties]L
AppliedmPhysicsmLettersZL2021ZLccjZLdbecbe 3.4 32

56 SurfaceLfunctionalizationLofLtheLhoneycombLstructureLofLzincLantimonideLVZnSbWLmonolayerlLtL
first[PrinciplesLstudy]LSurfacemScienceZL2021ZLibiZLcdcikh 1.8 12

55 PointLwefectsLinLaLTwo[wimensionalLZnSnNdLNanosheetlLtLyirst[PrinciplesLStudyLonLtheLxlectronicL
andLMagneticLProperties]LJournalmofmPhysicalmChemistrymCZL2021ZLcdgZLcebhi[cebig 3.8 15

54 TheoreticalLpredictionLofLtheLPtOXLVXLoLSLandLSeWLmonolayersLasLpromisingLoptoelectronicLandL
thermoelectricLdwLmaterials]LPhysicamE:mLow-DimensionalmSystemsmandmNanostructuresZL2021ZLcecZLccfied 3 3

53 xlectro[opticalLandLmechanicalLpropertiesLofLZincLantimonideLVZnSbWLmonolayerLandLbilayerlLtL
first[principlesLstudy]LAppliedmSurfacemScienceZL2021ZLgfbZLcfjdjk 6.7 8

52 NovelLtwo[dimensionalLtlSbLandL−nSbLmonolayersLwithLaLdouble[layerLhoneycombLstructurelLaL
first[principlesLstudy]LPhysicalmChemistrymChemicalmPhysicsZL2021ZLdeZLcjigd[cjigk 3.6 8

51 NovelLtwo[dimensionalLZnOdZLvdOdLandL–gOdLmonolayerslLaLfirst[principles[basedLprediction]LNewm
JournalmofmChemistryZL2021ZLfgZLkehj[keif 3.6 2

50 tLvanLderLWaalsLheterostructureLofLMoSdaMoSidNflLaLfirst[principlesLstudy]LNewmJournalmofm
ChemistryZL2021ZLfgZLjdkc[jdkh 3.6 20

49 VanLderLWaalsLheterostructureLofLgrapheneLandLgermananelLtuningLtheLohmicLcontactLbyL
electrostaticLgatingLandLmechanicalLstrain]LPhysicalmChemistrymChemicalmPhysicsZL2021ZLdeZLdcckh[dcdbh 3.6 8

48 SurfaceLmodificationLofLtitaniumLcarbideLMXeneLmonolayersLVTivLandLTivWLchalcogenideLandL
halogenideLatoms]LPhysicalmChemistrymChemicalmPhysicsZL2021ZLdeZLcgeck[cgedj 3.6 14

47
Two[dimensionalLβanusLsemiconductorLuiTevlLandLuiTeurLmonolayerslLaLfirst[principlesLstudyLonL
theirLtunableLelectronicLpropertiesLanLelectricLfieldLandLmechanicalLstrain]LPhysicalmChemistrym
ChemicalmPhysicsZL2021ZLdeZLcgdch[cgdde

3.6 17

46 PointLdefectsLinLtwo[dimensionalLueOLmonolayerlLaLfirst[principlesLstudyLonLelectronicLandL
magneticLproperties]LPhysicalmChemistrymChemicalmPhysicsZL2021ZLdeZLdfebc[dfecd 3.6 2

45
xlectronicLandLopticalLpropertiesLofLtwo[dimensionalLheterostructuresLandLheterojunctionsL
betweenLdoped[grapheneLandLv[LandLN[containingLmaterials]LPhysicalmChemistrymChemicalmPhysicsZL
2021ZLdeZLfjhg[fjie

3.6 9

44 MoSidNfLsingle[layerlLaLnovelLtwo[dimensionalLmaterialLwithLoutstandingLmechanicalZLthermalZL
electronicLandLopticalLproperties]LJournalmPhysicsmD:mAppliedmPhysicsZL2021ZLgfZLcggebe 3 68

43 PredictionLofLtwo[dimensionalLbismuth[basedLchalcogenidesLuidXeVXLoLSZLSeZLTeWLmonolayersLwithL
orthorhombicLstructurelLaLfirst[principlesLstudy]LJournalmPhysicsmD:mAppliedmPhysicsZL2021ZLgfZLekgcbe 3 16

42 uiphenyleneLmonolayerLasLaLtwo[dimensionalLnonbenzenoidLcarbonLallotropelLaLfirst[principlesL
study]LJournalmofmPhysicsmCondensedmMatterZL2021ZLefZL 1.8 11

41 tLnovelLtwo[dimensionalLboronâ��carbonâ��nitrideLVuvNWLmonolayerlLtLfirst[principlesLinsight]LJournalm
ofmAppliedmPhysicsZL2021ZLcebZLccfebc 2.5 5

40 TunableLelectronicLandLmagneticLpropertiesLofLMoSidNfLmonolayerLviaLvacancyLdefectsZLatomicL
adsorptionLandLatomicLdoping]LAppliedmSurfacemScienceZL2021ZLggkZLcfkjhd 6.7 34
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39 tdsorptionLofLhabitatLandLindustry[relevantLmoleculesLonLtheLMoSidNfLmonolayer]LAppliedmSurfacem
ScienceZL2021ZLghfZLcgbedh 6.7 16

38 Two[dimensionalLbuckledLtetragonalLcadmiumLchalcogenidesLincludingLvdSZLvdSeZLandLvdTeL
monolayersLasLphoto[catalystsLforLwaterLsplitting]LPhysicalmChemistrymChemicalmPhysicsZL2021ZLdeZLcdddh[cdded3.6 11

37 yirst[principlesLinvestigationLofLelectronicZLmechanicalLandLthermoelectricLpropertiesLofL
graphene[likeLXuiLVXLoLSiZLzeZLSnWLmonolayers]LPhysicalmChemistrymChemicalmPhysicsZL2021ZLdeZLcdfic[cdfij3.6 8

36 uand[gapLcontrolLofLgraphenelikeLborocarbonitrideLgâ��uvhNLbilayersLbyLelectricalLgating]LPhysicalm
ReviewmBZL2020ZLcbdZL 3.3 26

35 StrainLandLelectricLfieldLtuningLofLsemi[metallicLcharacterLWvrvOLMXenesLwithLdualLnarrowLbandL
gap]LJournalmofmPhysicsmCondensedmMatterZL2020ZLedZLegggbf 1.8 21

34
zrapheneLhetero[multilayerLonLlayeredLplatinumLmineralLjacutingaiteLVPtd–gSeeWlLvanLderLWaalsL
heterostructuresLwithLnovelLoptoelectronicLandLthermoelectricLperformances]LJournalmofmMaterialsm
ChemistrymAZL2020ZLjZLcedfj[cedhb

13 44

33 yirst[principlesLinvestigationLofLnonmetalLdopedLsingle[layerLuiOurLasLaLpotentialLphotocatalystL
withLaLlowLrecombinationLrate]LPhysicalmChemistrymChemicalmPhysicsZL2020ZLddZLcgegf[cgehf 3.6 45

32 TuningLtheLelectronicLpropertiesLofLgrapheneâ��graphiticLcarbonLnitrideLheterostructuresLandL
heterojunctionsLbyLusingLanLelectricLfield]LPhysicalmReviewmBZL2020ZLcbcZL 3.3 36

31 ZnNLandLZnPLasLnovelLgraphene[likeLmaterialsLwithLhighLLi[ionLstorageLcapacities]LMaterialsmTodaym
EnergyZL2020ZLchZLcbbekd 7 16

30 xmbeddingLofLatomsLintoLtheLnanoporeLsitesLofLtheLvNLandLvNLporousLcarbonLnitrideLmonolayersL
withLtunableLelectronicLproperties]LPhysicalmChemistrymChemicalmPhysicsZL2020ZLddZLhfcj[hfee 3.6 27

29
wiracLhalf[metallicityLofLThinLPdvlLNanosheetslL−nvestigationLofLtheLxffectsLofLxxternalLyieldsZL
SurfaceLtdsorptionLandLwefectLxngineeringLonLtheLxlectronicLandLMagneticLProperties]LScientificm
ReportsZL2020ZLcbZLdce

4.9 26

28
VanLderLWaalsLheterostructuresLofLMoSdLandLβanusLMoSSeLmonolayersLonLgraphiticL
boron[carbon[nitrideLVuvLeZLvLeLNZLveNfLandLvfNeLWLnanosheetslLaLfirst[principlesLstudy]LJournalm
PhysicsmD:mAppliedmPhysicsZL2020ZLgeZLeggcbh

3 50

27 StrainZLelectric[fieldLandLfunctionalizationLinducedLwidelyLtunableLelectronicLpropertiesLinLMoSauvLZL
avLNLandLa[yormulalLseeLtext]LvanLderLWaalsLheterostructures]LNanotechnologyZL2020ZLecZLdkgdbd 3.4 34

26 Two[dimensionalLgraphiticLcarbonLnitrideslLStrain[tunableLferromagneticLordering]LPhysicalmReviewm
BZL2020ZLcbcZL 3.3 30

25
TheLxlectronicZLOpticalZLandLThermoelectricLPropertiesLofLMonolayerLPbTeLandLtheLTunabilityLofLtheL
xlectronicLStructureLbyLxxternalLyieldsLandLwefects]LPhysicamStatusmSolidimvBw:mBasicmResearchZL2020ZL
dgiZLdbbbcjd

1.3 28

24 tLyirst[PrinciplesLStudyLofLvLNLNanostructureslLvontrolLandLxngineeringLofLtheLxlectronicLandL
MagneticLPropertiesLofLNanosheetsZLTubesLandLRibbons]LChemPhysChemZL2020ZLdcZLchf[cif 3.2 30

23 vontrolLofLvNLandLvNLcarbonLnitrideLnanosheetsTLelectronicLandLmagneticLpropertiesLthroughL
embeddedLatoms]LPhysicalmChemistrymChemicalmPhysicsZL2020ZLddZLddfk[ddhc 3.6 32

22 TunableLelectronicLandLmagneticLpropertiesLofLgrapheneacarbon[nitrideLvanLderLWaalsL
heterostructures]LAppliedmSurfacemScienceZL2020ZLgbgZLcfffgb 6.7 47
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21
zraphene[likeLuvhNLsingle[layerlLTunableLelectronicLandLmagneticLpropertiesLviaLthicknessZLgatingZL
topologicalLdefectsZLandLadatomamolecule]LPhysicamE:mLow-DimensionalmSystemsmandmNanostructuresZL
2020ZLccjZLccejgb

3 47

20 tLtype[−−LzaSea–fSdLvanLderLWaalsLheterostructureLasLpromisingLphotocatalystLwithLhighLcarrierL
mobility]LAppliedmSurfacemScienceZL2020ZLgefZLcfihbi 6.7 40

19 TunableLelectronicLpropertiesLofLtheLdynamicallyLstableLlayeredLmineralLPt–gSeLVβacutingaiteW]L
PhysicalmChemistrymChemicalmPhysicsZL2020ZLddZLdffic[dffik 3.6 14

18 xlectro[opticalLpropertiesLofLmonolayerLandLbilayerLboron[dopedLveNlLTunableLelectronicLstructureL
viaLstrainLengineeringLandLelectricLfield]LCarbonZL2020ZLchjZLddb[ddk 10.4 49

17
VerticalLtwo[dimensionalLlayeredLconjugatedLporousLorganicLnetworkLstructuresLofL
poly[benzimidazobenzophenanthrolineLVuuLWlLtLfirst[principlesLstudy]LAppliedmPhysicsmLettersZL2020ZL
cciZLdeecbc

3.4 14

16 −nterfacialLcharacteristicsZLSchottkyLcontactZLandLopticalLperformanceLofLaLgrapheneazadSSeLvanLderL
WaalsLheterostructurelLStrainLengineeringLandLelectricLfieldLtunability]LPhysicalmReviewmBZL2020ZLcbdZL 3.3 55

15 −nvestigationLofLstrainLandLdopingLonLtheLelectronicLpropertiesLofLsingleLlayersLofLvNLandLvNlLaLfirstL
principlesLstudy]]LRSCmAdvancesZL2020ZLcbZLdiife[diigc 3.7 23

14
TheLmechanicalZLelectronicZLopticalLandLthermoelectricLpropertiesLofLtwo[dimensionalL
honeycomb[likeLofLXSbLVXLoLSiZLzeZLSnWLmonolayerslLaLfirst[principlesLcalculations]]LRSCmAdvancesZL
2020ZLcbZLebekj[ebfbg

3.7 20

13 OxygenLVacanciesLinLtheLSingleLLayerLofLTidvOdLMXenelLxffectsLofLzatingLVoltageZLMechanicalL
StrainZLandLttomicL−mpurities]LPhysicamStatusmSolidimvBw:mBasicmResearchZL2020ZLdgiZLdbbbefe 1.3 14

12 Two[dimensionalLsiliconLbismotideLVSiuiWLmonolayerLwithLaLhoneycomb[likeLlatticelLfirst[principlesL
studyLofLtuningLtheLelectronicLproperties]]LRSCmAdvancesZL2020ZLcbZLecjkf[eckbb 3.7 21

11 ModulatingLtheLelectro[opticalLpropertiesLofLdopedLveNLmonolayersLandLgrapheneLbilayersLviaL
mechanicalLstrainLandLpressure]LNewmJournalmofmChemistryZL2020ZLffZLcgijg[cgikd 3.6 24

10 Two[dimensionalLcarbonLnitrideLvhNLnanosheetLwithLegg[comb[likeLstructureLandLelectronicL
propertiesLofLaLsemimetal]LNanotechnologyZL2020ZL 3.4 25

9 tLfirst[principlesLstudyLofLtheLeffectsLofLatomLimpuritiesZLdefectsZLstrainZLelectricLfieldLandLlayerL
thicknessLonLtheLelectronicLandLmagneticLpropertiesLofLtheLvdNLnanosheet]LCarbonZL2020ZLcgiZLeic[ejf 10.4 81

8 −ntroducingLnovelLelectronicLandLmagneticLpropertiesLinLvNLnanosheetsLbyLdefectLengineeringLandL
atomLsubstitution]LPhysicalmChemistrymChemicalmPhysicsZL2019ZLdcZLdcbib[dcbje 3.6 52

7
veNLMonolayerlLxxploringLtheLxmergingLofLNovelLxlectronicLandLMagneticLPropertiesLwithLtdatomL
tdsorptionZLyunctionalizationsZLxlectricLyieldZLvhargingZLandLStrain]LJournalmofmPhysicalmChemistrymCZL
2019ZLcdeZLcdfjg[cdfkk

3.8 57

6 TuningLtheLelectronicLandLmagneticLpropertiesLofLantimoneneLnanosheetsLviaLpointLdefectsLandL
externalLfieldslLfirst[principlesLcalculations]LPhysicalmChemistrymChemicalmPhysicsZL2019ZLdcZLcbggd[cbghh 3.6 37

5 uandLgapLandLmagnetismLengineeringLinLwiracLhalf[metallicLNadvLnanosheetLviaLlayerLthicknessZL
strainLandLpointLdefects]LJournalmofmMagnetismmandmMagneticmMaterialsZL2019ZLfkcZLchgghg 2.8 26

4 tdsorptionLofLmoleculesLonLveNLnanosheetlLtLfirst[principlesLcalculations]LChemicalmPhysicsZL2019ZL
gdhZLccbffd 2.3 40
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3 xxploitingLtheLNovelLxlectronicLandLMagneticLStructureLofLveNLviaLyunctionalizationLandL
vonformation]LAdvancedmElectronicmMaterialsZL2019ZLgZLckbbfgk 6.4 33

2 TuningLtheLbandgapLandLintroducingLmagnetismLintoLmonolayerLuveLbyLstrainadefectLengineeringL
andLadatomamoleculeLadsorption]LJournalmofmAppliedmPhysicsZL2019ZLcdhZLcffebf 2.5 44

1
Two[dimensionalLcarbonLnitrideLVdwvNWLnanosheetslLTuningLofLnovelLelectronicLandLmagneticL
propertiesLbyLhydrogenationZLatomLsubstitutionLandLdefectLengineering]LJournalmofmAppliedmPhysicsZL
2019ZLcdhZLdcgcbf

2.5 49
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