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2020THYZTHbagXYUbagYX 10

136 vighHγhermoelectricH·erformanceHinHγwoUrimensionalHxanusH–onolayerH–aterialHWβUXHPHkHβeHandH
γeQVH2020THYZTHbdZYZUbdZYg 35

135 ·romisingHhighUtemperatureHthermoelectricHresponseHofHbismuthHoxybromideVH2020THYgTHYXacfb 9
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134 γhermalHγransportHinHγwoUrimensionalHveterostructuresVH2020THeTH 4

133 sxperimentalHβtudyHonHγhermalHqonductivityHandHαectificationHinHβuspendedH–onolayerH–oβVH2020TH
YZTHZfaXdUZfaYZ 9

132 rynamicallyHreconfigurableHelectronicHandHphononicHpropertiesHinHintercalatedHvfβZVH2020THagTHYYXUYYe 2

131 UltraUlowHthermalHconductivityHandHsuperUslowHhotUcarrierHthermalizationHinducedHbyHaHhugeH
phononicHgapHinHmultifunctionalHnanoscaleHboronHpnictidesVH2020THYZbTHYYbZZZ 13

130 γunableHthermalHconductivityHofHsingleHlayerH–oβZHnanoribbonshHanHequilibriumHmolecularHdynamicsH
studyVH2020THYgTHgceUgdc 2

129 αoleHofH pticalH·hononsHinHpulkH–olybdenumHriselenideHγhermalH·ropertiesH·robedHbyHodvancedH
αamanHβpectroscopyVH2020THZceTHZXXXZcY 2

128 UltraUlowHlatticeHthermalHconductivityHandHgiantHphononUelectricHfieldHcouplingHinHhafniumH
dichalcogenideHmonolayersVHJournaliofiPhysicsiCondensediMatterTH2020THaZTHaYcaXY 1.8 11

127 γhermodynamicHandHthermoelectricHpropertiesHofHqoteYueHPYHHkHHγiTHqrQHquaternaryHveuslerHalloyshH
firstHprincipleHcalculationsVHJournaliofiPhysicsiCondensediMatterTH2020THaZTHXecbXZ 1.8 14

126 βizeUdependentHphononicHthermalHtransportHinHlowUdimensionalHnanomaterialsVH2020THfdXTHYUZd 110

125 wnU·laneHandHwnterfacialHγhermalHqonductionHofHγwoUrimensionalHγransitionU–etalHrichalcogenidesVH
2020THYaTH 19

124 ·hononHγhermalH·ropertiesHofHveterobilayersHwithHaH–olecularHrynamicsHβtudyVH2020THbYTHY 3

123 qurrentHαeroutingHwmprovesHveatHαemovalHinHtewUzayerHWβeHrevicesVH2020THYZTHYbaZaUYbaaX 6

122 oHthinHfilmHefficientHpnUjunctionHthermoelectricHdeviceHfabricatedHbyHselfUalignHshadowHmaskVH2020TH
YXTHYXde 13

121 αecentH·rogressHofHγwoUrimensionalHγhermoelectricH–aterialsVH2020THYZTHad 98

120 γhermalHtransportHofHchalcogenidesVH2020THaagUaeX 1

119 vfβW–oγeHvdWHheterostructurehHbandstructureHandHstrainHengineeringHbasedHonHfirstUprinciplesH
calculationVVH2020THYXTHZdYcUZdZa 9

118 γhermoelectricHpropertiesHofHxanusH–XYHP–HkH·dTH·tiHXTHYHkHβTHβeTHγeQHtransitionUmetalH
dichalcogenideHmonolayersHfromHfirstHprinciplesVH2020THYZeTHXacYXY 36

117 βtrainHtunableHpuddingUmoldUtypeHbandHstructureHandHthermoelectricHpropertiesHofHβn·aH
monolayerVH2020THYZeTHYccYXa 5
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116 ·redictionHofH—anoscaleHtrictionHforHγwoUrimensionalH–aterialsHUsingHaH–achineHzearningH
opproachVH2020THdfTHY 15

115 zowUtemperatureHthermoelectricHbehaviorHandHimpressiveHoptoelectronicHpropertiesHofH
twoUdimensionalHXwZHPX´ k´ βnTHβiQhHoHfirstHprincipleHstudyVH2021THYfdTHYXggee 11

114 αeducedHthermalHconductivityHofHsupportedHandHencasedHmonolayerHandHbilayerH–oβZVH2021THfTHXYYXXY 10

113 γhermoelectricHandHlatticeHdynamicsHpropertiesHofHlayeredH–XHP–´ k´ βnTH·biHXH´ k´ βTHγeQHcompoundsVH
AppliediSurfaceiScienceTH2021THcafTHYbegYY 6.7 10

112 γheHfirstUprinciplesHandHpγsHinvestigationHofHphononHtransportHinHYγUγiβeVHPhysicaliChemistryi
ChemicaliPhysicsTH2021THZaTHYdZeUYdaf 3.6 5

111 tirstUprinciplesHstudiesHofH–otdHabsorptionHonHhydroxylatedHandHnonUhydroxylatedHmetalHoxideH
surfacesHandHimplicationsHforHatomicHlayerHdepositionHofH–oβZVHAppliediSurfaceiScienceTH2021THcbYTHYbfbdY6.7 2

110 wmprovedHthermoelectricHpropertiesHofHWβUWβeHphononicHcrystalshHinsightsHfromHfirstUprinciplesH
calculationsVHNanoscaleTH2021THYaTHeYedUeYgZ 7.7 7

109 γheHimpactHofHelectronUphononHcouplingHonHtheHfigureHofHmeritHofH—bβiγeHandH—bueγeHternaryH
monolayersVHPhysicaliChemistryiChemicaliPhysicsTH2021THZaTHYcdYaUYcdYg 3.6 2

108 onomalousHzowHγhermalHqonductivityHofHotomicallyHγhinHwnβeH·robedHbyHβcanningHγhermalH
–icroscopyVHAdvancediFunctionaliMaterialsTH2021THaYTHZXXfgde 15.6 4

107 γheHexceptionallyHhighHthermalHconductivityHafterHOalloyingOHtwoUdimensionalHgalliumHnitrideHPua—QH
andHaluminumHnitrideHPol—QVH2021THaZTHYacbXY 5

106 ·haseHdiagramHandHsuperlatticeHstructuresHofHmonolayerHphosphorusHcarbideHP·xqYâ��xQVHPhysicali
ReviewiMaterialsTH2021THcTH 3.2 1

105 w—γα rUqγw —Hγ HγW Urw–s—βw —ozH–oγsαwozβVH2021THZfTHZYbXXXc 6

104 tirstUprinciplesHanalysisHofHphononHthermalHtransportHpropertiesHofHtwoUdimensionalHWβZWWβeZH
heterostructuresRVH2021THaXTHXabbXY 5

103 βulfideH·erovskitesHforHγhermoelectricityVH2021THYaTHYbYfgUYbYge 4

102 sxperimentalHandHqomputationalHwnvestigationHofHzayerUrependentHγhermalHqonductivitiesHandH
wnterfacialHγhermalHqonductanceHofH neUHtoHγhreeUzayerHWβeVH2021THYaTHYaXdaUYaXeY 9

101 snhancedHthermoelectricHpropertiesHinHtwoUdimensionalHmonolayerHβiZp—HbyHadsorbingHhalogenH
atomsRVH2021THaXTHXaeaXb 1

100 ZrH—bZβiγebHandH—bZueγebhHpromisingHthermoelectricHfigureHofHmeritHandHgateUtunableH
thermoelectricHperformanceVH2021TH 2

99  riginsHofH–inimizedHzatticeHγhermalHqonductivityHandHsnhancedHγhermoelectricH·erformanceHinH
WβWWβeHzateralHβuperlatticeVHACSiOmegaTH2021THdTHefegUeffd 3.9 9
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98 sxceptionalHpiezoelectricityTHhighHthermalHconductivityHandHstiffnessHandHpromisingHphotocatalysisH
inHtwoUdimensionalH–oβiZ—bHfamilyHconfirmedHbyHfirstUprinciplesVH2021THfZTHYXceYd 70

97 sxperimentalHstudyHonHthermalHconductivityHandHrectificationHofHmonolayerHandHmultilayerH–oβZVH
2021THYeXTHYZYXYa 5

96 UltralowHγhermalHqonductivityHinHγwoUrimensionalH–o VH2021THZYTHbacYUbacd 16

95 tirstUprinciplesHstudyHofHstructuralTHelectronicTHandHthermalHconductivityHpropertiesHofHmonolayerH
βrtprVH2021THYcaTHYXggcd 1

94 γheHeffectHofHatomisticHsubstitutionHonHthermalHtransportHinHlargeHphononHbandgapHua—VH2021THdXTHXeYXXa 1

93 γhermalHconductanceHofHnanostructuredHinterfacesHfromH–onteHqarloHsimulationsHwithHabH
initioUbasedHphononHpropertiesVH2021THYZgTHZYcYXc 2

92 UnderstandingHtheHanisotropicHphononHthermalHtransportHthroughHZrH˛†UsiligrapheneVH2021THYegTHcZaUcaX

91 –ultiUobjectiveHparametrizationHofHinteratomicHpotentialsHforHlargeHdeformationHpathwaysHandH
fractureHofHtwoUdimensionalHmaterialsVH2021THeTH 0

90 γheHeffectHofHfiniteUtemperatureHandHanharmonicHlatticeHdynamicsHonHtheHthermalHconductivityHofH
ZrβmonolayerhHselfUconsistentHphononHcalculationsVHJournaliofiPhysicsiCondensediMatterTH2021THaaTH 1.8 1

89 —ovelHthermoelectricHperformanceHofHZrHYγUHβeγeHandHβeγewithHultralowHlatticeHthermalH
conductivityHbutHhighHcarrierHmobilityVH2021THaZTH 4

88 rifferentHsffectsHofH–gHandHβiHropingHonHtheHγhermalHγransportHofHualliumH—itrideVH2021THfTH 3

87 sffectsHofHtheHvacancyHandHdopingHonHtheHelectronicHandHmagneticHcharacteristicsHofHZrβeZH
monolayerhHoHfirstUprinciplesHinvestigationVH2021THeaZTHYafegX 1

86 nUγypeHthermoelectricHpropertiesHofHaHhexagonalHβiueHpolymorphHsuperiorHtoHaHcubicHβiueVHJournali
ofiAlloysiandiCompoundsTH2021THfebTHYdXXXe 5.7 0

85 γhermalHtransportHpropertyHofHnovelHtwoUdimensionalHnitrideHphosphorushHonHabHinitioHstudyVH
AppliediSurfaceiScienceTH2021THccgTHYbgbda 6.7 3

84 zowHthermalHconductivityhHfundamentalsHandHtheoreticalHaspectsHinHthermoelectricHapplicationsVH
2021THZYTHYXXebb 13

83 vighHandHonomalousHγhermalHqonductivityHinH–onolayerH–βiZHβemiconductorsVH2021THYaTHbcgXeUbcgYc 7

82 vighHelectricalHtransportHperformanceHandHultralowHthermalHconductivityHrealizedHinHuaHdopedH
singleUlayerHoctagonUsquareHnitrogeneVHAppliediSurfaceiScienceTH2021THcdaTHYcXZbb 6.7

81 γheHinUplaneHstructureHdomainHsizeHofHnmUthickH–oβeHuncoveredHbyHlowUmomentumHphononH
scatteringVHNanoscaleTH2021THYaTHeeZaUeeab 7.7 3
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80 zowerHlatticeHthermalHconductivityHinHβbosHthanHosHorHβbHmonolayershHaHfirstUprinciplesHstudyVH
PhysicaliChemistryiChemicaliPhysicsTH2017THYgTHaYgfZUaYgff 3.6 32

79 αoleHofHdefectsHandHphononsHinHbandgapHdynamicsHofHmonolayerHWβZHatHhighHcarrierHdensitiesVH2020
THbTHXYcXXc 3

78 refectUlimitedHthermalHconductivityHinH–oβZVHPhysicaliReviewiMaterialsTH2020THbTH 3.2 7

77 γuningHstructuralHandHelectronicHpropertiesHofHtwoUdimensionalHaluminumHmonochalcogenideshH
·redictionHofHxanusHolZXXmHPXWXmh TβTβeTγeQHmonolayersVHPhysicaliReviewiMaterialsTH2020THbTH 3.2 17

76 sffectsHofHalloyingHonHinUplaneHthermalHconductivityHandHthermalHboundaryHconductanceHinH
transitionHmetalHdichalcogenideHmonolayersVHPhysicaliReviewiMaterialsTH2020THbTH 3.2 2

75  pticalH·atterningHofHγwoUrimensionalH–aterialsVHResearchTH2020THZXZXTHdcfYZcX 7.8 17

74 αecentHprogressesHofHthermalHconductionHinHtwoUdimensionalHmaterialsVHWuliiXuebao/ActaiPhysicai
SinicaTH2020THdgTHYgddXZ 0.6 1

73 tirstUprinciplesHstudyHonHstructuralTHvibrationalTHelasticTHpiezoelectricTHandHelectronicHpropertiesHofH
theHxanusHpiXYHPXkβTβeTγeHandHYktTqlTprTwQHmonolayersVHPhysicaliReviewiMaterialsTH2021THcTH 3.2 4

72 wmprovedHγhermoelectricH·erformanceHofH–onolayerHvfβHbyHβtrainHsngineeringVHACSiOmegaTH2021TH
dTHZgfZXUZgfZg 3.9 3

71
slectronâ��phononHcouplingHcontributionHonHtheHopticalHabsorptionHandHtheHdynamicHofH
excitonUpolaronHinHmonolayerHγransitionH–etalHrichalcogenidesVHOpticaliandiQuantumiElectronicsTH
2021THcaTHY

2.4 0

70 tirstU·rinciplesHβtudyHofHtheH·hysicalH·ropertiesHofH—ovelH·olytypesHofHualliumH·hosphideVHCrystali
GrowthiandiDesignTH 3.5 4

69 otomicUlevelHdefectHmodulationHandHcharacterizationHmethodsHinHZrHmaterialsVHAPLiMaterialsTH2021TH
gTHYXXgXZ 5.7 5

68 zargeHexcitonHbindingHenergyTHsuperiorHmechanicalHflexibilityTHandHultraUlowHlatticeHthermalH
conductivityHinHpiwmonolayerVHJournaliofiPhysicsiCondensediMatterTH2021THabTH 1.8

67 γheHroleHofHmidUgapHphononHmodesHinHthermalHtransportHofHtransitionHmetalHdichalcogenidesVH
JournaliofiPhysicsiCondensediMatterTH2020THaZTHXZcaXd 1.8 2

66 qhalcogenidesVHNanoscienceiandiTechnologyTH2020THdaYUfaa 0.6

65 βtrongHinterlayerHcouplingHinHtwoUdimensionalH·bβeHwithHhighHthermoelectricHperformanceVHJournali
ofiPhysicsiCondensediMatterTH2021THaaTH 1.8 3

64 zowHthermalHconductivityHandHinterfaceHthermalHconductanceHinHβnβZVHPhysicaliReviewiBTH2021THYXbTH 3.3 0

63 γhermoelectricHpropertiesHofHxanusHosβprHmonolayerHfromHfirstUprinciplesHstudyVHSolidiStatei
CommunicationsTH2021THYYbdYZ 1.6 1
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62 UltralowHlatticeHthermalHconductivityHatHroomHtemperatureHinHZrHyquβeHfromHfirstUprinciplesH
calculationsVVHPhysicaliChemistryiChemicaliPhysicsTH2022TH 3.6 0

61 urainHboundaryHandHmisorientationHangleUdependentHthermalHtransportHinHsingleUlayerH–oβVVH
NanoscaleTH2022TH 7.7 1

60 obnormalHenhancementHofHthermalHconductivityHbyHplanarHstructurehHoHcomparativeHstudyHofH
grapheneUlikeHmaterialsVHInternationaliJournaliofiThermaliSciencesTH2022THYebTHYXebaf 4.1 0

59 γhermalHqonductivitiesHandHwnterfacialHγhermalHqonductanceHofHZrHWβeZVH2020TH 1

58 UnravelingHveatHγransportHandHrissipationHinHβuspendedH–oβeHfromHpulkHtoH–onolayerVVHAdvancedi
MaterialsTH2022THeZYXfacZ 24 1

57 βignificantHwncreaseHofHslectronHγhermalHqonductivityHinHriracHβemimetalHperyllonitreneHbyHropingH
peyondHVanHvoveHβingularityVHAdvancediFunctionaliMaterialsTHZYYYccd 15.6 6

56 onHwntroductionHtoHtheHWonderHZrH—anomaterialshHβyntheticHopproachesHandHtundamentalH
·ropertiesVHMaterialsiHorizonsTH2022THYUZb 0.6

55 UltralowHthermalHconductivityHandHanharmonicHrattlingHinHtwoUdimensionalHWpbHmonolayerVHAppliedi
PhysicsiLettersTH2022THYZXTHYaZZXZ 3.4 1

54
γernaryHpentagonalHp—βiHmonolayerhHγwoUdimensionalHstructureHwithHpotentiallyHhighHcarrierH
mobilityHandHstrongHexcitonicHeffectsHforHphotocatalyticHapplicationsVHPhysicaliReviewiMaterialsTH
2022THdTH

3.2 2

53 snhancedHthermoelectricHpropertiesHofHatomicUlayerUdepositedHZn UpasedHsuperlatticeHthinHfilmsHbyH
tuningHtheHcompositionHandHstructureHofHinterlayersVHCeramicsiInternationalTH2022THbfTHYXZXZUYXZXf 5.1 0

52 –easurementHofHγhermalHqonductivityHofHβuspendedHandHβupportedHβingleUzayerHWβZHUsingH
–icroUphotoluminescenceHβpectroscopyVHJournaliofiPhysicaliChemistryiCTH 3.8 1

51 vighUperformanceHthermoelectricHpropertiesHofHstrainedHtwoUdimensionalHtelluriumVHPhysicali
ReviewiMaterialsTH2021THcTH 3.2 0

50
qentimeterUβcaleHβynthesisHofH–onolayerHWβZHUsingHβingleUZoneHotmosphericU·ressureHqhemicalH
VaporHrepositionhHoHretailedHβtudyHofH·arametricHrependenceTHurowthH–echanismTHandH
·hotodetectorH·ropertiesVHCrystaliGrowthiandiDesignTH

3.5 2

49 γheoreticalHinvestigationsHofHxanusHWβeγeHmonolayerHandHrelatedHvanHderHWaalsHheterostructuresH
withHpromisingHthermoelectricHperformanceVHAppliediSurfaceiScienceTH2022THcgaTHYcabXZ 6.7 0

48 UltrahighHslectronHγhermalHqonductivityHinHγUurapheneTHpiphenyleneTHandH—etUurapheneVHAdvancedi
EnergyiMaterialsTHZZXXdce 21.8 4

47 pilateralHphononHtransportHmodulationHofHpiUlayerHγ–rqsHP–XZTH–k–oTHWiHXkβQVHInternationali
JournaliofiThermaliSciencesTH2022THYegTHYXeddg 4.1 1

46 piaxialHstrainHtunedHelectronicHstructureTHlatticeHthermalHconductivityHandHthermoelectricHpropertiesH
ofH–gwZHmonolayerVHMaterialsiScienceiiniSemiconductoriProcessingTH2022THYbfTHYXdegY 4.3 0

45 γhermalHpropertiesHofHsingleUlayerH–oβZUWβZHalloysHenabledHbyHmachineUlearnedHinteratomicH
potentialsVHChemicaliCommunicationsTH 5.8 0
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44 γunableHlatticeHthermalHconductivityHofHtwistedHbilayerH–oβZVHPhysicaliChemistryiChemicaliPhysicsTH 3.6

43 tirstU·rinciplesHβtudyHofHtheH pticalH·ropertiesHofHγ–rqWurapheneHveterostructuresVHPhotonicsTH
2022THgTHafe 2.2 0

42 ·haseHformationHbehaviorHandHelectronicHtransportHpropertiesHofHvfβeZUvfγeZHsolidHsolutionH
systemVHJournaliofiAlloysiandiCompoundsTH2022THYddXZf 5.7 2

41 ZrHlayeredH–βeZHP–HkHvfTHγiHandHZrQHforHcompactHlasershHnonlinearHopticalHpropertiesHandHuvzHlasingVH
NanophotonicsTH2022THYYTHaafaUaagb 6.3

40
UnravellingHtheHthermoelectricHpropertiesHandHsuppressionHofHbipolarHeffectHunderHstrainH
engineeringHforHtheHasymmetricHxanusHβnββeHandH·bββeHmonolayersVHAppliediSurfaceiScienceTH2022TH
cggTHYcagdZ

6.7 2

39
·haseHstabilityTHphononTHelectronicTHandHopticalHpropertiesHofHnotUyetUsynthesizedHqsβcβZTHqsYβZTH
andHo·mβZHPokHziTH—aTHyTHαbTHqsQHmaterialshHwnsightsHfromHfirstUprinciplesHcalculationsVHMaterialsi
ScienceiiniSemiconductoriProcessingTH2022THYcXTHYXdgad

4.3 0

38 αeductionHinHthermalHconductivityHofHmonolayerHWβZHcausedHbyHsubstrateHeffectVH 0

37 γhermoelectricHpropertiesHofHtheHxanusH·tβγeHmonolayerHcomparedHwithHitsHparentHstructuresVH2022
THdTH 1

36 γhermalHtransportHpropertiesHofHmonolayerHueβHandHβnβhHoHcomparativeHstudyHbasedHonHmachineH
learningHandHβWHinteratomicHpotentialHmodelsVH2022THYZTHXfcYYY 1

35 ulobalHstructureHsearchHforHnewHZrH·tββeHallotropesHandHtheirHpotentialHforHthermoelectircHandH
piezoelectricHapplicationsVH2022THfXcTHYaggYa 1

34 p zγZ–o——Hγαo—β· αγHs−Uoγw —Ht αHγvsα–ozHγαo—β· αγHw—Hszsqγα —wqH–oγsαwozβH
o—rHrsVwqsβVH2022THZbTHYaYUYeZ 0

33 tourUphononHandHelectronâ��phononHscatteringHeffectsHonHthermalHpropertiesHinHtwoUdimensionalH
ZvUγaβZVH2022THYbTHYaXcaUYaXcf 0

32 βignificantlyHsuppressedHthermalHtransportHbyHdopingHwnHandHolHatomsHinHgalliumHnitrideVH2022THZbTHZYXfcUZYXga0

31 tirstUprinciplesHstudyHonHphononHtransportHpropertiesHofH–oγeZHandHWγeZHmonolayersHinHdifferentH
phasesVH2023THYbcTHYYccXg 1

30 ·hononHanharmonicityHandHthermalHconductivityHofHtwoUdimensionalHvanHderHWaalsHmaterialshHoH
reviewVH2022THdcTH 0

29 slectronicHandHtransportHpropertiesHofHsemimetalHZrpeβiHcrystalhHaHfirstUprinciplesHstudyVH 0

28 γerahertzHresonanceHfrequencyHthroughHethyleneHglycolHphononicHmultichannelHsensingHviaHZrH
–oβZW·tβeZHstructureVH2022THYZdfda 1

27 qhromiumHditellurideHmonolayerhHoHnovelHpromisingHZvHphaseHthermoelectricHmaterialHwithHdirectH
bandgapHandHultralowHlatticeHthermalHconductivityVH2022THYdebfc 1

(2022-)

15
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˛‡UueβehHoHqomparativeHβtudyVH2022THcTHYcbbYUYcbbf 0
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5 γensileHstrainHandHfiniteHsizeHmodulationHofHlowHlatticeHthermalHconductivityHinHmonolayerHγ–rqsH
PvfβeZHandHZrβZQHfromHfirstUprincipleshHaHcomparativeHstudyVH2023THZcTHgZZcUgZae 0
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