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j Paper IF Citations

74 ₂unableJmagneticJorderJinJtwoWdimensionalJlayeredJwdwebXJJournalfoffMaterialsfChemistryfCVJ2022VJ
aZVJabeiWabfi 7.1 1

73 éingleJtransitionJmetalJatomJanchoredJonJVéebJasJelectrocatalystJforJnitrogenJreductionJreactionXJ
AppliedfSurfacefScienceVJ2022VJehZVJaebbgb 6.7 2

72
éignificantlyJimprovedJinterfacialJpropertiesJandJwaveWtransparentJperformanceJofJ r–J
fibersYcyanateJestersJlaminatedJcompositesJviaJintroducingJaJpolydopamineYZyvWhJhybridJ
membraneXJCompositesfSciencefandfTechnologyVJ2022VJbbcVJaZidbf

8.6 3

71 RevealingJtheJ otentialJsrystalJétructuresJofJuarthWqbundantJ”ontoxicJ hotovoltaicJsuriydXJCrystalf
GrowthfandfDesignVJ2021VJbaVJbheZWbhee 3.5 3

70 verromagneticJhalfWmetalJwithJhighJsurieJtemperaturejJzanusJ“nb qsJmonolayerXJJournalfoff
MaterialsfScienceVJ2021VJefVJacbaeWacbbf 4.3 5

69 ResponseJtoJcommentJonJâ��pointJdefectJstructureJofJLaWdopedJér₂i–cJceramicsJwithJcolossalJ
permittivityâ��XJScriptafMaterialiaVJ2021VJaiZVJaahWabZ 5.6 0

68 ”umericalJsimulationJofJlubricationJperformanceJonJchevronJtexturedJsurfaceJunderJhydrodynamicJ
lubricationXJTribologyfInternationalVJ2021VJaedVJaZfgZd 4.9 7

67 RobustJéuperlubricityJandJ“oirˆ'JLatticeQsJéizeJtependenceJonJvrictionJbetweenJwraphdiyneJLayersXJ
ACSfAppliedfMaterialsfmamp;fInterfacesVJ2021VJacVJdZiZaWdZiZh 9.5 0

66 xighWtemperatureJferromagnetismJinJmonolayersJ“nwaXcJRX´ m´ ₂eVJéeSXJJournalfoffMagnetismfandf
MagneticfMaterialsVJ2021VJecdVJafhZda 2.8 0

65 VirtualJvoidsJmethodJtoJgenerateJlowWdensityJmicroporousJcarbonJstructuresJusingJquenchedJ
molecularJdynamicsJsimulationXJCarbonVJ2021VJahcVJdchWddh 10.4

64
ymprovingJtheJcomprehensiveJpropertiesJofJ r–JfibresYcyanateJesterJcompositesJusingJaJ
hyperbranchedJfluorineJandJepoxyJcontainingJ r–JprecursorXJCompositesfPartfA:fAppliedfSciencef
andfManufacturingVJ2021VJaeZVJaZfeif

8.4 6

63 salciaWdopedJceriaJhybridJcoatingJfunctionalizedJ r–JfibersJwithJexcellentJUVJresistanceJandJ
improvedJinterfacialJcompatibilityJwithJcyanateJesterJresinsXJAppliedfSurfacefScienceVJ2021VJefiVJaeaabd 6.7 1

62 LatticeJdistortionWenhancedJsuperlubricityJofJR“oVJXSéJRXJmJqlVJ₂iVJsrJandJVSJwithJmoirˆ'JsuperlatticeXJ
NanoscaleVJ2021VJacVJafbcdWafbdc 7.7 1

61 suJqnchoredJ₂ib”–bJasJxighJ erformanceJulectrocatalystJforJ–xygenJuvolutionJReactionjJqJ
tensityJvunctionalJ₂heoryJétudyXJChemCatChemVJ2020VJabVJdZeiWdZff 5.2 14

60 tytJsodejJqJrridgeJsonnectingJtheJ“aterialsJwenomeJungineeringJtatabaseJwithJynheritableJ
yntegratedJyntelligentJ“anufacturingXJEngineeringVJ2020VJfVJfabWfbZ 9.7 1

59 virstWprinciplesJstudyJtheJsingleWlayerJtransitionJmetalJtrihalideJsrXéeJRXJJmJJénVJweVJéiSJasJmonolayerJ
ferromagneticJsemiconductorXJJournalfoffPhysicsfCondensedfMatterVJ2020VJcbVJZhehZa 1.8 4

58 ulectronicJandJmagneticJpropertiesJofJgroupWVJ₂“tsJmonolayersJwithJdefectsjJqJfirstWprinciplesJ
studyXJComputationalfMaterialsfScienceVJ2020VJagfVJaZiedZ 3.2 6
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57 xighJsurieJtemperatureJandJcarrierJmobilityJofJnovelJveVJsoJandJ”iJcarbideJ“XenesXJNanoscaleVJ
2020VJabVJaafbgWaafcg 7.7 12

56 ₂woWdimensionalJintrinsicJferromagneticJhalfWmetalsjJmonolayersJ“ncXdJRXJmJ₂eVJéeVJéSXJJournalfoff
MaterialsfScienceVJ2020VJeeVJgfhZWgfiZ 4.3 12

55 cdJtransitionalWmetalJsingleJatomJcatalysisJtowardJhydrogenJevolutionJreactionJonJ“XenesJ
supportsXJInternationalfJournalfoffHydrogenfEnergyVJ2020VJdeVJadcifWaddZf 6.7 26

54 ₂woWdimensionalJstableJveWbasedJferromagneticJsemiconductorsjJveyJandJveyslJmonolayersXJ
PhysicalfChemistryfChemicalfPhysicsVJ2020VJbbVJbdeZfWbdeae 3.6 6

53 éingleJqtomsJonJaJ”itrogenWtopedJroronJ hosphideJ“onolayerjJqJ”ewJ romisingJrifunctionalJ
ulectrocatalystJforJ–RRJandJ–uRXJACSfAppliedfMaterialsfmamp;fInterfacesVJ2020VJabVJebediWebeei 9.5 28

52 ulectronicJandJ“agneticJ ropertiesJofJtefectedJ“onolayerJWéeJwithJVacanciesXJNanoscalef
ResearchfLettersVJ2019VJadVJaib 5 19

51 uxploringJtheJcatalyticJactivityJofJ“XenesJ“nUasn–bJforJhydrogenJevolutionXJJournalfoffMaterialsf
ScienceVJ2019VJedVJaacghWaachi 4.3 7

50 –rderedJdoubleW“JelementsJ“XenesJ₂i“sjJLargeJinWplaneJstiffnessJandJferromagnetismXJJournalfoff
MagnetismfandfMagneticfMaterialsVJ2019VJdhfVJafebhZ 2.8 9

49 écbs–bJandJ“nWdopedJécbs–bJasJgasJsensorJmaterialsJtoJ”–JandJs–jJqJfirstWprinciplesJstudyXJ
PhysicafE:fLowuDimensionalfSystemsfandfNanostructuresVJ2019VJaaaVJhdWiZ 3 21

48 qsymmetricJ“XeneYmonolayerJtransitionJmetalJdichalcogenideJheterostructuresJforJfunctionalJ
applicationsXJNpjfComputationalfMaterialsVJ2019VJeVJ 10.9 13

47 RoleJofJintrinsicJdipoleJonJphotocatalyticJwaterJsplittingJforJzanusJ“oééeYnitridesJheterostructurejJ
qJfirstWprinciplesJstudyXJProgressfinfNaturalfScience:fMaterialsfInternationalVJ2019VJbiVJcceWcdZ 3.6 19

46 “agneticJsemiconductingJandJstrainWinducedJsemiconductingâ��metallicJtransitionJinJsuWdopedJ
singleWlayerJWéebXJJournalfoffMaterialsfScienceVJ2019VJedVJebiWeci 4.3 4

45 ymprovedJcatalyticJperformanceJofJmonolayerJnanoWtrianglesJWébJandJ“oébJonJxuRJbyJcdJmetalsJ
dopingXJComputationalfMaterialsfScienceVJ2019VJaeiVJcccWcdZ 3.2 14

44  ointJdefectJstructureJofJLaWdopedJér₂i–cJceramicsJwithJcolossalJpermittivityXJActafMaterialiaVJ2019
VJafdVJgfWhi 8.4 43

43  mmaWX–JRX´ m´ sVJéiVJweSJmonolayerJasJpromisingJanchoringJmaterialsJforJlithiumWsulfurJbatteryjJaJ
firstWprinciplesJstudyXJNanotechnologyVJ2019VJcZVJZhedZe 3.4 6

42 cWvoldW eriodicJéizeWtependenceJinJulectronicJ ropertiesJofJ“onolayerW₂“tsJ”anotrianglesXJ
JournalfoffPhysicalfChemistryfLettersVJ2018VJiVJacdfWaceb 6.4

41 LaminatedJxybridJzunctionJofJéulfurWtopedJ₂i–JandJaJsarbonJéubstrateJterivedJfromJ₂isJ“XenesjJ
₂owardJxighlyJVisibleJLightWtrivenJ hotocatalyticJxydrogenJuvolutionXJAdvancedfScienceVJ2018VJeVJagZZhgZ13.6 108

40 unhancedJgasWsensingJperformanceJofJgrapheneJbyJdopingJtransitionJmetalJatomsjJqJfirstWprinciplesJ
studyXJPhysicsfLetterstfSectionfA:fGeneraltfAtomicfandfSolidfStatefPhysicsVJ2018VJchbVJbifeWbigc 2.3 20
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39 “XeneJ”anofibersJasJxighlyJqctiveJsatalystsJforJxydrogenJuvolutionJReactionXJACSfSustainablef
ChemistryfandfEngineeringVJ2018VJfVJhigfWhihb 8.3 103

38 étabilizationJandJ“etallicJtoJéemiconductingJ₂ransitionJinJbtJroronJéheetXJEngineeredfScienceVJ2018
VJ 3.8 2

37 RoomWtemperatureJferromagnetismJinJalkalineWearthWmetalJdopedJql jJvirstWprincipleJcalculationsXJ
ComputationalfMaterialsfScienceVJ2018VJadbVJcchWcde 3.2 3

36 verroelectricWunhancedJ olysulfideJ₂rappingJforJLithiumWéulfurJratteryJymprovementXJAdvancedf
MaterialsVJ2017VJbiVJafZdgbd 24 124

35 ”anopolygonsJofJ“onolayerJ“éjJrestJ“orphologyJandJéizeJforJxuRJsatalysisXJNanofLettersVJ2017VJ
agVJcfhWcgf 11.5 71

34 qJfirstWprinciplesJstudyJofJécWdecoratedJgrapheneJwithJpyridinicW”JdefectsJforJhydrogenJstorageXJ
InternationalfJournalfoffHydrogenfEnergyVJ2017VJdbVJcaZfWcaac 6.7 34

33 virstW rinciplesJétudyJonJtheJétabilityJandJé₂“JymageJofJroropheneXJNanoscalefResearchfLettersVJ
2017VJabVJead 5 11

32 udgesJofJgrapheneJandJcarbonJnanotubesJwithJhighJcatalyticJperformanceJforJtheJoxygenJreductionJ
reactionXJPhysicalfChemistryfChemicalfPhysicsVJ2017VJaiVJbaZZcWbaZaa 3.6 14

31 verromagnetismJinJ₂ransitionalJ“etalWtopedJ“oébJ“onolayerXJNanoscalefResearchfLettersVJ2016VJ
aaVJaed 5 75

30 satalyticJqctivityJofJ“ébJ“onolayerJforJulectrochemicalJxydrogenJuvolutionXJJournalfoffPhysicalf
ChemistryfCVJ2016VJabZVJafbcWafcb 3.8 67

29 virstWprinciplesJinvestigationsJofJtransitionWmetalJdopedJbilayerJWéâ��XJPhysicalfChemistryfChemicalf
PhysicsVJ2016VJahVJaZaebWg 3.6 17

28 uffectJofJstrainJonJtheJmagneticJstatesJofJtransitionWmetalJatomsJdopedJmonolayerJWébXJ
ComputationalfMaterialsfScienceVJ2016VJaagVJcedWcfZ 3.2 23

27 virstWprinciplesJinvestigationJonJtheJinterfaceJofJtransitionJmetalJdichalcogenideJ“XbJR“JmJ“oVJWkJXJ
mJéVJéeSJmonolayerJonJqlb–cRZJZJZJaSXJComputationalfMaterialsfScienceVJ2016VJabbVJaahWabe 3.2 7

26 salciumJdecoratedJtwoJdimensionalJcarbonJallotropesJforJhydrogenJstoragejJqJfirstWprinciplesJ
studyXJComputationalfMaterialsfScienceVJ2016VJabdVJaZfWaac 3.2 15

25 UncoveringJtheJVeilJofJtheJtegradationJinJ erovskiteJsxc”xc bycJuponJxumidityJuxposurejJqJ
virstW rinciplesJétudyXJJournalfoffPhysicalfChemistryfLettersVJ2015VJfVJcbhiWcbie 6.4 147

24 sompositionJtirectedJwenerationJofJReactiveJ–xygenJépeciesJinJyrradiatedJ“ixedJ“etalJéulfidesJ
sorrelatedJwithJ₂heirJ hotocatalyticJqctivitiesXJACSfAppliedfMaterialsfmamp;fInterfacesVJ2015VJgVJafddZWi 9.5 52

23 étrainJengineeringJtheJmagneticJstatesJofJvacancyWdopedJmonolayerJ“oéeJbXJJournalfoffAlloysfandf
CompoundsVJ2015VJfceVJcZgWcac 5.7 29

22 yncreasingJtheJbandJgapJofJveébJbyJalloyingJwithJZnJandJapplyingJbiaxialJstrainjJqJfirstWprinciplesJ
studyXJJournalfoffAlloysfandfCompoundsVJ2015VJfbiVJdcWdh 5.7 18
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21 RoomWtemperatureJpreparationJofJtrisilverWcopperWsulfideYpolymerJbasedJheterojunctionJthinJfilmJ
forJsolarJcellJapplicationXJJournalfoffPowerfSourcesVJ2015VJbhZVJcacWcai 8.9 20

20 virstWprinciplesJstudyJonJarmchairJql”JnanoribbonsJwithJdifferentJedgeJterminationsXJSuperlatticesf
andfMicrostructuresVJ2014VJfgVJdZWdf 2.8 22

19 qJfirstWprinciplesJstudyJonJtheJelectronicJandJmagneticJpropertiesJofJarmchairJéisYql”JnanoribbonsXJ
JournalfoffAlloysfandfCompoundsVJ2014VJehfVJagfWagi 5.7 5

18 sleavingJsâ��xJbondsJwithJhyperthermalJxbjJfacileJchemistryJtoJcrossWlinkJorganicJmoleculesJunderJ
lowJchemicalWJandJenergyWloadsXJGreenfChemistryVJ2014VJafVJacafWacbe 10 8

17 virstJprinciplesJstudyJofJstructuralJandJelectronicJpropertiesJofJcubicJphaseJofJZr–bJandJxf–bXJ
PhysicafB:fCondensedfMatterVJ2014VJdcdVJgWac 2.8 33

16 virstW rinciplesJétudyJonJtheJulectronicJandJ“agneticJ ropertiesJofJZigzagJql”WéisJ”anoribbonsXJ
JournalfoffSuperconductivityfandfNovelfMagnetismVJ2014VJbgVJaZgiWaZhb 1.5 4

15 éiteWspecificJcatalyticJactivityJinJexfoliatedJ“oébJsingleWlayerJpolytypesJforJhydrogenJevolutionjJ
basalJplaneJandJedgesXJJournalfoffMaterialsfChemistryfAVJ2014VJbVJbZedeWbZeea 13 127

14 éelfWassembledJmonolayersJofJsxcéJfromJtheJadsorptionJofJsxcéésxcJonJquRaaaSXJPhysicalf
ChemistryfChemicalfPhysicsVJ2014VJafVJbeccWda 3.6 2

13 randJgapJengineeringJofJveébJunderJbiaxialJstrainjJaJfirstJprinciplesJstudyXJPhysicalfChemistryf
ChemicalfPhysicsVJ2014VJafVJbddffWgb 3.6 31

12 ₂uningJtheJelectronicJpropertiesJofJhalfWJandJfullWhydrogenatedJgermaneneJbyJchlorinationJandJ
hydroxylationjJqJfirstWprinciplesJstudyXJComputationalfMaterialsfScienceVJ2014VJibVJbddWbeb 3.2 17

11 tensityJfunctionalJtheoryJstudyJofJtheJadsorptionJofJmethanthiolJonJquRaaaSjJRoleJofJgoldJ
adatomsXJPhysicafE:fLowuDimensionalfSystemsfandfNanostructuresVJ2014VJeiVJbdhWbec 3 7

10 tu”éy₂YJvU”s₂y–”qLJ₂xu–RYJé₂UtyuéJ–”J₂xuJqté–R ₂y–”J–vJdW“u₂xYLru”Zu”u₂xy–LJq”tJ
dWu₂xYLru”Zu”u₂xy–LJ“–LusULuéJ–”JquRaaaSJéURvqsuXJSurfacefReviewfandfLettersVJ2014VJbaVJadeZZhg1.1 1

9 somputingJpKaJValuesJwithJaJ“ixingJxamiltonianJQuantumJ“echanicalY“olecularJ“echanicalJ
qpproachXJJournalfoffChemicalfTheoryfandfComputationVJ2013VJiVJdbegWfe 6.4 9

8 timethylJtisulfideJonJsuRaaaSjJvromJ”ondissociativeJtoJtissociativeJqdsorptionXJJournalfoffPhysicalf
ChemistryfCVJ2013VJaagVJfehgWfeic 3.8 5

7 uffectsJofJintrinsicJdefectsJonJmethanthiolJmonolayersJonJsuRaaaSjJaJdensityJfunctionalJtheoryJ
studyXJJournalfoffChemicalfPhysicsVJ2013VJachVJacdgZh 3.9

6 tensityJvunctionalJ₂heoryJétudiesJonJtheJqdsorptionJofJ“ethanethiolJ“oleculeJonJquRaaaSJéurfaceJ
atJtifferentJsoverageXJActafChimicafSinicaVJ2013VJgaVJhbi 3.3 4

5 vromJ”ondissociativeJtoJtissociativeJqdsorptionJofJrenzeneWthiolJonJquRaaaSjJqJtensityJvunctionalJ
₂heoryJétudyXJJournalfoffPhysicalfChemistryfCVJ2012VJaafVJaZZbWaZaa 3.8 13

4 uffectsJofJyntrinsicJéurfaceJtefectsJonJ₂hiophenolJéelfWqssemblyJonJquRaaaSjJéurfaceJétructuresJ
andJReactionJ“echanismsXJJournalfoffPhysicalfChemistryfCVJ2012VJaafVJaiiZiWaiiag 3.8 4

(2012-2015)
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3 étructuralJandJelectronicJpropertiesJofJconductingJsuJnanowireJencapsulatedJinJsemiconductingJ
zigzagJcarbonJnanotubesjJqJfirstWprinciplesJstudyXJPhysicafStatusfSolidifoBp:fBasicfResearchVJ2012VJbdiVJaZccWaZch1.3 7

2 UltrathinJpolymerJfilmJformationJbyJcollisionWinducedJcrossWlinkingJofJadsorbedJorganicJmoleculesJ
withJhyperthermalJprotonsXJJournalfoffthefAmericanfChemicalfSocietyVJ2004VJabfVJabccfWdb 16.4 34

1 xybridJ olymerJ“embraneJvunctionalizedJ r–JvibersYsyanateJustersJWaveW₂ransparentJ
LaminatedJsompositesXJAdvancedfFiberfMaterialsVa 10.9 10
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