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l Paper IF Citations

43 StableWJSingleXLayerJMXdJTransitionXMetalJOxidesJandJwichalcogenidesJinJaJ−oneycombXLikeJ
StructureYJJournaltoftPhysicaltChemistrytCWJ2012WJcchWJklkeXklll 3.8 992

42 ThermallyJdrivenJcrossoverJfromJindirectJtowardJdirectJbandgapJinJdwJsemiconductorsmJMoSedJ
versusJMoSdYJNanotLettersWJ2012WJcdWJggihXkb 11.5 989

41 wefectsJactivatedJphotoluminescenceJinJtwoXdimensionalJsemiconductorsmJinterplayJbetweenJ
boundWJchargedWJandJfreeJexcitonsYJScientifictReportsWJ2013WJeWJdhgi 4.9 726

40 uroadXrangeJmodulationJofJlightJemissionJinJtwoXdimensionalJsemiconductorsJbyJmolecularJ
physisorptionJgatingYJNanotLettersWJ2013WJceWJdkecXh 11.5 566

39 yunctionalizationJofJSingleXLayerJMoSdJ−oneycombJStructuresYJJournaltoftPhysicaltChemistrytCWJ
2011WJccgWJceebeXceecc 3.8 429

38 MechanicalJandJxlectronicJPropertiesJofJMoSdJNanoribbonsJandJTheirJwefectsYJJournaltoftPhysicalt
ChemistrytCWJ2011WJccgWJelefXelfc 3.8 391

37 −ighXcapacityJhydrogenJstorageJbyJmetallizedJgrapheneYJAppliedtPhysicstLettersWJ2008WJleWJbfecde 3.4 356

36 −ydrogenJstorageJofJcalciumJatomsJadsorbedJonJgraphenemJyirstXprinciplesJplaneJwaveJcalculationsYJ
PhysicaltReviewtBWJ2009WJilWJ 3.3 277

35 tJvomparativeJStudyJofJLatticeJwynamicsJofJThreeXJandJTwoXwimensionalJMoSdYJJournaltoftPhysicalt
ChemistrytCWJ2011WJccgWJchegfXchehc 3.8 250

34 SelfXwrivenJPhotodetectorJandJtmbipolarJTransistorJinJttomicallyJThinJzaTeXMoSdJpXnJvdWJ
−eterostructureYJACStAppliedtMaterialst&amp;tInterfacesWJ2016WJkWJdgeeXl 9.5 126

33 xlectronicJandJmagneticJpropertiesJofJgraphaneJnanoribbonsYJPhysicaltReviewtBWJ2010WJkcWJ 3.3 122

32 wissociationJofJ−dOJatJtheJvacanciesJofJsingleXlayerJMoSdYJPhysicaltReviewtBWJ2012WJkgWJ 3.3 117

31 MagnetizationJofJgraphaneJbyJdehydrogenationYJAppliedtPhysicstLettersWJ2009WJlgWJdddgcb 3.4 105

30 yrictionalJfiguresJofJmeritJforJsingleJlayeredJnanostructuresYJPhysicaltReviewtLettersWJ2012WJcbkWJcdhcbe 7.4 94

29 OpticalJandJxlectronicJPropertiesJofJTwoXwimensionalJLayeredJMaterialsYJNanophotonicsWJ2017WJhWJfilXfle6.3 86

28 yunctionalizationJofJuNJhoneycombJstructureJbyJadsorptionJandJsubstitutionJofJforeignJatomsYJ
PhysicaltReviewtBWJ2010WJkdWJ 3.3 83

27 StructuralWJelectronicWJandJmagneticJpropertiesJofJedJtransitionJmetalJmonatomicJchainsmJ
yirstXprinciplesJcalculationsYJPhysicaltReviewtBWJ2008WJiiWJ 3.3 61
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26 xffectsJofJsiliconJandJgermaniumJadsorbedJonJgrapheneYJAppliedtPhysicstLettersWJ2010WJlhWJcdeccd 3.4 55

25 tdsorptionJofJcarbonJadatomsJtoJgrapheneJandJitsJnanoribbonsYJJournaltoftAppliedtPhysicsWJ2011WJ
cblWJbceibf 2.5 53

24 MoSdJxnhancedJTXPhaseJStabilizationJandJTunabilityJThroughJtlloyingYJJournaltoftPhysicaltChemistryt
LettersWJ2016WJiWJdebfXl 6.4 48

23 PerpendicularJgrowthJofJcarbonJchainsJonJgrapheneJfromJfirstXprinciplesYJPhysicaltReviewtBWJ2011WJ
keWJ 3.3 43

22 ttomicJandJelectronicJstructuresJofJdopedJsiliconJnanowiresmJtJfirstXprinciplesJstudyYJPhysicalt
ReviewtBWJ2007WJihWJ 3.3 34

21 TorsionalJweformationsJinJSubnanometerJMoSJ≤nterconnectingJWiresYJNanotLettersWJ2016WJchWJcdcbXi 11.5 27

20 αanusJPtXnYdâ��nJSXWJYJpJSWJSeWJTenJbâ�⁄nâ�⁄dTJMonolayersJforJxnhancedJPhotocatalyticJWaterJSplittingYJ
PhysicaltReviewtAppliedWJ2020WJceWJ 4.3 25

19 PredictingJxlectronicJStructureJinJTricalciumJSilicateJPhasesJwithJ≤mpuritiesJUsingJyirstXPrinciplesYJ
JournaltoftPhysicaltChemistrytCWJ2015WJcclWJgbifXgbil 3.8 23

18 uandJxngineeringJbyJvontrollingJvdWJxpitaxyJzrowthJModeJinJdwJzalliumJvhalcogenidesYJAdvancedt
MaterialsWJ2016WJdkWJieigXkd 24 23

17 StrainJeffectsJonJelectronicJandJmagneticJpropertiesJofJtheJmonolayerJ˛–JXJRuvlJemJtJfirstXprinciplesJ
andJMonteJvarloJstudyYJJournaltoftAppliedtPhysicsWJ2019WJcdgWJbkelbe 2.5 20

16 xlectronicJpropertiesJofJbareJandJfunctionalizedJtwoXdimensionalJSdwTJtellureneJstructuresYJPhysicalt
ChemistrytChemicaltPhysicsWJ2020WJddWJhidiXhiei 3.6 20

15 tJfirstXprinciplesJQuantumJMonteJvarloJstudyJofJtwoXdimensionalJSdwTJzaSeYJJournaltoftChemicalt
PhysicsWJ2020WJcgeWJcgfibf 3.9 16

14 tccurateJPredictionsJofJxlectronJuindingJxnergiesJofJwipoleXuoundJtnionsJviaJQuantumJMonteJ
varloJMethodsYJJournaltoftPhysicaltChemistrytLettersWJ2018WJlWJhckgXhclb 6.4 16

13 vomprehensiveJStudyJofJLithiumJtdsorptionJandJwiffusionJonJαanusJMoaWXYJSXWJYJpJSWJSeWJTeTJUsingJ
yirstXPrinciplesJandJMachineJLearningJtpproachesYJACStAppliedtMaterialst&amp;tInterfacesWJ2021WJceWJehekkXehfbh9.5 12

12 UnusualJPressureXwrivenJPhaseJTransformationJandJuandJRenormalizationJinJdwJvdWJ−ybridJLeadJ
−alideJPerovskitesYJAdvancedtMaterialsWJ2020WJedWJeclbiehf 24 10

11 xnhancingJlightJemissionJefficiencyJwithoutJcolorJchangeJinJpostXtransitionJmetalJchalcogenidesYJ
NanoscaleWJ2016WJkWJgkdbXg 7.7 10

10 TuneableJstructureJandJmagneticJpropertiesJinJyeeâ��xVxzeJalloysYJJournaltoftAlloystandtCompoundsWJ
2020WJkebWJcgffbe 5.7 9

9
xngineeringJtheJxlectronicWJThermoelectricWJandJxxcitonicJPropertiesJofJTwoXwimensionalJzroupX≤≤≤J
NitridesJthroughJtlloyingJforJOptoelectronicJwevicesJSutlNWJtlzaNWJandJza≤nNTYJACStAppliedt
Materialst&amp;tInterfacesWJ2020WJcdWJfhfchXfhfdk
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8 ≤nfluenceJofJvrXsubstitutionJonJtheJstructuralWJmagneticWJelectronJtransportWJandJmechanicalJ
propertiesJofJyeeâ��vrJzeJ−euslerJalloysYJJournaltoftMagnetismtandtMagnetictMaterialsWJ2021WJgdcWJchielk 2.8 8

7 SurfaceJwefectJxngineeringJofJMoSJforJttomicJLayerJwepositionJofJTiOJyilmsYJACStAppliedtMaterialst
&amp;tInterfacesWJ2020WJcdWJfkcgbXfkchb 9.5 5

6 PositiveJandJNegativeJPhotoconductivityJinJMonolayerJMoSdJasJaJyunctionJofJPhysisorbedJOxygenYJ
JournaltoftPhysicaltChemistrytCWJ2021WJcdgWJkicdXkick 3.8 5

5 StabilityJofJadsorptionJofJMgJandJNaJonJsulfurXfunctionalizedJMXenesYJPhysicaltChemistrytChemicalt
PhysicsWJ2021WJdeWJdgfdfXdgfee 3.6 2

4 tJpathwayJtowardJhighXthroughputJquantumJMonteJvarloJsimulationsJforJalloysmJtJcaseJstudyJofJ
twoXdimensionalJSdwTJzaSSeYJJournaltoftChemicaltPhysicsWJ2021WJcggWJclfccd 3.9 2

3 tbnormalJPhaseJTransitionJandJuandJRenormalizationJofJzuanidiniumXuasedJOrganicX≤norganicJ
−ybridJPerovskiteYJACStAppliedtMaterialst&amp;tInterfacesWJ2021WJceWJfflhfXfflic 9.5 2

2 ≤ntrinsicJyerromagnetismJofJTwoXwimensionalJSdwTJMnOdJRevisitedmJtJManyXuodyJQuantumJMonteJ
varloJandJwyTVUJStudyYJJournaltoftPhysicaltChemistrytCWJ2022WJcdhWJgkceXgkdc 3.8 1

1 LayeredJPerovskitesmJUnusualJPressureXwrivenJPhaseJTransformationJandJuandJRenormalizationJinJ
dwJvdWJ−ybridJLeadJ−alideJPerovskitesJStdvYJMaterYJcdadbdbTYJAdvancedtMaterialsWJ2020WJedWJdbibbkk 24
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