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i Paper IF Citations

142 wvolutionKofKstructureKandKtransportKpropertiesKofKtheKtajuuchαebKclathrateYIKframeworkKwithKtheK
introductionKofKyaZKAppliedhPhysicshLettersWK2022WKcdbWKckckbc 3.4 0

141 wnhancedKphotodegradationKofKdimethoxybenzeneKisomersKinaonKiceKcomparedKtoKinKaqueousK
solutionZKAtmospherichChemistryhandhPhysicsWK2022WKddWKgkfeYgkgk 6.8 0

140 UnprecedentedKsuperstructureKinKtheKtypeKIKfamilyKofKclathratesZKChemicalhCommunicationsWK2021WK 5.8 2

139 wngineeringKThermalKTransportKacrossK”ayeredKyrapheneY–oSKSuperlatticesZKACShNanoWK2021WK 16.7 1

138 SynergisticKimpedingKofKphononKtransportKthroughKresonancesKandKscrewKdislocationsZKPhysicalh
ReviewhBWK2021WKcbeWK 3.3 8

137 UltrahighKuonvergentKThermalKuonductivityKofKuarbonK anotubesKfromKuomprehensiveKstomisticK
–odelingZKPhysicalhReviewhLettersWK2021WKcdiWKbdgkbd 7.4 6

136 SolidKSolutionKYbuaudSblKStructureWKThermoelectricKαropertiesWKandKβualityKxactorZKInorganich
ChemistryWK2021WKhbWKcegkhYcehbh 5.1 5

135 virectKobservationKofKultrafastKhydrogenKbondKstrengtheningKinKliquidKwaterZKNatureWK2021WKgkhWKgecYgeg50.4 13

134 –odeKlocalizationKandKsuppressedKheatKtransportKinKamorphousKalloysZKPhysicalhReviewhBWK2021WKcbeWK 3.3 3

133 ThermalKTransportlKOverviewK2020WKideYiee

132 uarbonKdioxideWKbicarbonateKandKcarbonateKionsKinKaqueousKsolutionsKunderKdeepKwarthKconditionsZK
PhysicalhChemistryhChemicalhPhysicsWK2020WKddWKcbiciYcbidg 3.6 3

131 ThermalKtransportKinKamorphousKsmallKorganicKmaterialslKaKmechanisticKstudyZKPhysicalhChemistryh
ChemicalhPhysicsWK2020WKddWKebgjYebhg 3.6 8

130 IIIYVKulathrateKSemiconductorsKwithKOutstandingKzoleK–obilitylKusInSbKandKyaSbKSKoKusWKπbTZKJournalh
ofhthehAmericanhChemicalhSocietyWK2020WKcfdWKdbecYdbfc 16.4 16

129 stomisticKsimulationsKofKthermalKconductivityKinKyeTeKnanowiresZKJournalhPhysicshD:hAppliedhPhysicsWK
2020WKgeWKbgfbbc 3 12

128 –nYintercalatedK–oSeKunderKpressurelKwlectronicKstructureKandKvibrationalKcharacterizationKofKaK
diluteKmagneticKsemiconductorZKJournalhofhChemicalhPhysicsWK2020WKcgeWKcdfibc 3.9 1

127 wfficientKanharmonicKlatticeKdynamicsKcalculationsKofKthermalKtransportKinKcrystallineKandK
disorderedKsolidsZKJournalhofhAppliedhPhysicsWK2020WKcdjWKcegcbf 2.5 4

126 TransferabilityKofKneuralKnetworkKpotentialsKforKvaryingKstoichiometrylKαhononsKandKthermalK
conductivityKofK–nxyeyKcompoundsZKJournalhofhAppliedhPhysicsWK2020WKcdiWKdffkbc 2.5 12
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125 αhotodecayKofKguaiacolKisKfasterKinKiceWKandKevenKmoreKrapidKonKiceWKthanKinKaqueousKsolutionZK
EnvironmentalhSciences:hProcesseshandhImpactsWK2020WKddWKchhhYchii 4.3 5

124 snisotropicKInYαlaneKαhononKTransportKinKSiliconK–embranesKyuidedKbyK anoscaleKSurfaceK
πesonatorsZKPhysicalhReviewhAppliedWK2020WKcfWK 4.3 7

123 teatingKtheKThermalKuonductivityKslloyK”imitKUsingK”ongYαeriodKuompositionallyKyradedKSicâ��xyexK
SuperlatticesZKJournalhofhPhysicalhChemistryhCWK2020WKcdfWKckjhfYckjid 3.8 5

122 tathochromicKShiftKinKtheKUVYVisibleKsbsorptionKSpectraKofKαhenolsKatKIceKSurfaceslKInsightsKfromK
xirstYαrinciplesKualculationsZKJournalhofhPhysicalhChemistryhAWK2020WKcdfWKkdjjYkdkj 2.8 3

121 –odelingKheatKtransportKinKcrystalsKandKglassesKfromKaKunifiedKlatticeYdynamicalKapproachZKNatureh
CommunicationsWK2019WKcbWKejge 17.4 39

120 StructuralKuomplexityKandKzighKThermoelectricKαerformanceKofKtheKZintlKαhaselKYbdc–nfSbcjZK
ChemistryhofhMaterialsWK2019WKecWKjbihYjbjh 9.6 15

119 wnergyKπelaxationKandKThermalKviffusionKinKInfraredKαumpYαrobeKSpectroscopyKofK
zydrogenYtondedK”iquidsZKJournalhofhPhysicalhChemistryhLettersWK2019WKcbWKeffiYefgd 6.4 7

118 zybridK–aterialslKxlexibleKandKUltrasoftKInorganicKcvKSemiconductorKandKzeterostructureKSystemsK
tasedKonKSnIαKSsdvZKxunctZK–aterZKcjadbckTZKAdvancedhFunctionalhMaterialsWK2019WKdkWKckibcdb 15.6

117 xlexibleKandKUltrasoftKInorganicKcvKSemiconductorKandKzeterostructureKSystemsKtasedKonKSnIαZK
AdvancedhFunctionalhMaterialsWK2019WKdkWKckbbdee 15.6 22

116 sdvancesKinKtheKoptimizationKofKsiliconYbasedKthermoelectricslKaKtheoryKperspectiveZKCurrenth
OpinionhinhGreenhandhSustainablehChemistryWK2019WKciWKegYfc 7.9 5

115 αromotingKtransparencyKandKreproducibilityKinKenhancedKmolecularKsimulationsZKNaturehMethodsWK
2019WKchWKhibYhie 21.6 271

114 βuasiYtallisticKThermalKTransportKscrossK–oSKThinKxilmsZKNanohLettersWK2019WKckWKdfefYdffd 11.5 34

113 StronglyKtunableKanisotropicKthermalKtransportKinK–oSKdKbyKstrainKandKlithiumKintercalationlK
firstYprinciplesKcalculationsZK2DhMaterialsWK2019WKhWKbdgbee 5.9 19

112 InfluenceKofKthermostattingKonKnonequilibriumKmolecularKdynamicsKsimulationsKofKheatKconductionK
inKsolidsZKJournalhofhChemicalhPhysicsWK2019WKcgcWKdefcbg 3.9 56

111 ThermalKtransportKacrossKgrapheneKstepKjunctionsZK2DhMaterialsWK2019WKhWKbccbbg 5.9 11

110 wfficientKthermalKdiodeKwithKballisticKspacerZKPhysicalhReviewhEWK2018WKkiWKbebcbc 2.4 14

109 vecisiveKroleKofKnuclearKquantumKeffectsKonKsurfaceKmediatedKwaterKdissociationKatKfiniteK
temperatureZKJournalhofhChemicalhPhysicsWK2018WKcfjWKcbdedb 3.9 26

108 zighKSeebeckKuoefficientKandKUnusuallyK”owKThermalKuonductivityK earKsmbientKTemperaturesKinK
”ayeredKuompoundKYbdâ��xwuxudSbdZKChemistryhofhMaterialsWK2018WKebWKfjfYfke 9.6 27
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107 SelectiveKadsorptionKofKaKsupramolecularKstructureKonKflatKandKsteppedKgoldKsurfacesZKSurfaceh
ScienceWK2018WKhibWKffYgb 1.8 3

106 wnhancedKthermoelectricKperformanceKofKtwoKdimensionalK–SdKS–´ o´ –oWKWTKthroughKphaseK
engineeringZKJournalhofhMateriomicsWK2018WKfWKedkYeei 6.7 11

105 StructureKandKvynamicsKofKtheKβuasiY”iquidK”ayerKatKtheKSurfaceKofKIceKfromK–olecularKSimulationsZK
JournalhofhPhysicalhChemistryhCWK2018WKcddWKdfijbYdfiji 3.8 23

104 ThermalKTransportlKOverviewK2018WKcYcc 2

103 snKelectrochemicalKthermalKtransistorZKNaturehCommunicationsWK2018WKkWKfgcb 17.4 63

102 SimulatingKwnergyKπelaxationKinKαumpYαrobeKVibrationalKSpectroscopyKofKzydrogenYtondedK
”iquidsZKJournalhofhChemicalhTheoryhandhComputationWK2017WKceWKcdjfYcdkd 6.4 14

101 sKStrategyKtoKSuppressKαhononKTransportKinK–olecularKJunctionsKUsingKˇ�YStackedKSystemsZKJournalh
ofhPhysicalhChemistryhCWK2017WKcdcWKicigYicjd 3.8 38

100 wxperimentalKandKtheoreticalKevidenceKforKbilayerYbyYbilayerKsurfaceKmeltingKofKcrystallineKiceZK
ProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaWK2017WKccfWKddiYded 11.5 102

99 uombinedKwxperimentalKandKTheoreticalKInvestigationKofKzeatingKπateKonKyrowthKofKIronKOxideK
 anoparticlesZKChemistryhofhMaterialsWK2017WKdkWKkhfjYkhgh 9.6 26

98 timodalKyrainYSizeKScalingKofKThermalKTransportKinKαolycrystallineKyrapheneKfromK”argeYScaleK
–olecularKvynamicsKSimulationsZKNanohLettersWK2017WKciWKgkckYgkdf 11.5 21

97  ativeKsurfaceKoxideKturnsKalloyedKsiliconKmembranesKintoKnanophononicKmetamaterialsKwithK
ultralowKthermalKconductivityZKPhysicalhReviewhBWK2017WKkgWK 3.3 38

96 vissociativeKsdsorptionKofKWaterKatKSdccTKSteppedK–etallicKSurfacesKbyKxirstYαrinciplesKSimulationsZK
JournalhofhPhysicalhChemistryhCWK2017WKcdcWKchijeYchikc 3.8 7

95 ThermalKconductivityKdecompositionKinKtwoYdimensionalKmaterialslKspplicationKtoKgrapheneZK
PhysicalhReviewhBWK2017WKkgWK 3.3 78

94 zighlyKanisotropicKthermalKconductivityKofKarsenenelKsnKabKinitioKstudyZKPhysicalhReviewhBWK2016WKkeWK 3.3 93

93 tlockingKαhononKTransportKbyKStructuralKπesonancesKinKslloyYtasedK anophononicK–etamaterialsK
”eadsKtoKUltralowKThermalKuonductivityZKPhysicalhReviewhLettersWK2016WKcciWKbdggbe 7.4 114

92 SimulationKofKvimensionalityKwffectsKinKThermalKTransportZKLecturehNoteshinhPhysicsWK2016WKdigYebf 0.8 2

91 sccurateKandKgeneralKtreatmentKofKelectrostaticKinteractionKinKzamiltonianKadaptiveKresolutionK
simulationsZKEuropeanhPhysicalhJournal:hSpecialhTopicsWK2016WKddgWKcgbgYcgdh 2.3 15

90 –icroscopicK–echanismKandK“ineticsKofKIceKxormationKatKuomplexKInterfaceslKZoomingKinKonK
“aoliniteZKJournalhofhPhysicalhChemistryhLettersWK2016WKiWKdegbYg 6.4 59
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89  anophononicslKstateKofKtheKartKandKperspectivesZKEuropeanhPhysicalhJournalhBWK2016WKjkWKc 1.2 124

88 zierarchicalKthermoelectricslKcrystalKgrainKboundariesKasKscalableKphononKscatterersZKNanoscaleWK
2016WKjWKeidkYej 7.7 9

87 sdsorptionKofKpolyiodobenzeneKmoleculesKonKtheKαtScccTKsurfaceKusingKvanKderKWaalsKdensityK
functionalKtheoryZKSurfacehScienceWK2016WKhffWKcceYcdc 1.8 6

86 –olecularK–echanismKofKurystalKyrowthKInhibitionKatKtheKualciumKOxalateaWaterKInterfacesZKJournalh
ofhPhysicalhChemistryhCWK2016WKcdbWKffcbYffci 3.8 11

85 TowardKzamiltonianKsdaptiveKβ–a––lKsccurateKSolventKStructuresKUsingK–anyYtodyKαotentialsZK
JournalhofhChemicalhTheoryhandhComputationWK2016WKcdWKeffcYj 6.4 31

84 wffectKofKvanKderKWaalsKinteractionsKonKtheKchemisorptionKandKphysisorptionKofKphenolKandK
phenoxyKonKmetalKsurfacesZKJournalhofhChemicalhPhysicsWK2016WKcfgWKcbfibc 3.9 14

83 OptimalKthicknessKofKsiliconKmembranesKtoKachieveKmaximumKthermoelectricKefficiencylKsKfirstK
principlesKstudyZKAppliedhPhysicshLettersWK2016WKcbkWKbgekbd 3.4 11

82 xromKulassicalKtoKβuantumKandKtacklKsKzamiltonianKSchemeKforKsdaptiveK–ultiresolutionK
ulassicalaαathYIntegralKSimulationsZKJournalhofhChemicalhTheoryhandhComputationWK2016WKcdWKebebYk 6.4 19

81 xreezingKpointKdepressionKinKmodelK”ennardYJonesKsolutionsZKMolecularhPhysicsWK2015WKcceWKdidgYdief 1.7 5

80 ThermalKtransportKinKfreeYstandingKsiliconKmembraneslKinfluenceKofKdimensionalKreductionKandK
surfaceKnanostructuresZKEuropeanhPhysicalhJournalhBWK2015WKjjWKc 1.2 20

79 TuningKthermalKtransportKinKultrathinKsiliconKmembranesKbyKsurfaceKnanoscaleKengineeringZKACSh
NanoWK2015WKkWKejdbYj 16.7 86

78 –echanicalKTuningKofKThermalKTransportKinKaK–olecularKJunctionZKJournalhofhPhysicalhChemistryhCWK
2015WKcckWKdfhehYdfhfd 3.8 44

77 xorceKandKheatKcurrentKformulasKforKmanyYbodyKpotentialsKinKmolecularKdynamicsKsimulationsKwithK
applicationsKtoKthermalKconductivityKcalculationsZKPhysicalhReviewhBWK2015WKkdWK 3.3 144

76 wlectronYphononKinteractionKandKthermalKboundaryKresistanceKatKtheKcrystalYamorphousKinterfaceK
ofKtheKphaseKchangeKcompoundKyeTeZKJournalhofhAppliedhPhysicsWK2015WKcciWKbcgebf 2.5 38

75 –olecularKsimulationKofKoligoYglutamatesKinKaKcalciumYrichKaqueousKsolutionlKinsightsKintoK
peptideYinducedKpolymorphKselectionZKCrystEngCommWK2015WKciWKhjheYhjhi 3.3 8

74 StatisticalKmechanicsKofKzamiltonianKadaptiveKresolutionKsimulationsZKJournalhofhChemicalhPhysicsWK
2015WKcfdWKbhfccg 3.9 45

73 ”engthYdependentKthermalKconductivityKinKsuspendedKsingleYlayerKgrapheneZKNatureh
CommunicationsWK2014WKgWKehjk 17.4 603

72 zyperbranchedKunsaturatedKpolyphosphatesKasKaKprotectiveKmatrixKforKlongYtermKphotonK
upconversionKinKairZKJournalhofhthehAmericanhChemicalhSocietyWK2014WKcehWKccbgiYhf 16.4 101

(2014-2016)

5



71 sKunifiedKframeworkKforKforceYbasedKandKenergyYbasedKadaptiveKresolutionKsimulationsZKEurophysicsh
LettersWK2014WKcbjWKebbbi 1.6 24

70  uclearKβuantumKwffectsKinKWaterlKsK–ultiscaleKStudyZKJournalhofhChemicalhTheoryhandhComputationWK
2014WKcbWKjchYdf 6.4 39

69 InteractionKofKchargedKaminoYacidKsideKchainsKwithKionslKanKoptimizationKstrategyKforKclassicalKforceK
fieldsZKJournalhofhPhysicalhChemistryhBWK2014WKccjWKekhbYid 3.4 33

68 TuningKtheKsdsorptionKofKsromaticK–oleculesKonKαlatinumKviaKzalogenationZKJournalhofhPhysicalh
ChemistryhCWK2014WKccjWKhdegYhdfc 3.8 18

67 TrendsKinKtheKsdsorptionKandKvissociationKofKWaterKulustersKonKxlatKandKSteppedK–etallicKSurfacesZK
JournalhofhPhysicalhChemistryhCWK2014WKccjWKdkkkbYdkkkj 3.8 26

66 ThermalKconductivityKofKoneYWKtwoYKandKthreeYdimensionalKspdcarbonZKNewhJournalhofhPhysicsWK2013WK
cgWKcbgbck 2.9 21

65 vivergenceKofKtheKthermalKconductivityKinKuniaxiallyKstrainedKgrapheneZKPhysicalhReviewhBWK2013WKjiWK 3.3 116

64 vimensionalityKandKheatKtransportKinKSiYyeKsuperlatticesZKAppliedhPhysicshLettersWK2013WKcbdWKbiecce 3.4 41

63 WaterKπeleaseKfromKαyrophylliteKduringKtheKvehydroxylationKαrocessKwxploredKbyKβuantumK
–echanicalKSimulationsZKJournalhofhPhysicalhChemistryhCWK2013WKcciWKigdhYiged 3.8 7

62 αarticleKformationKinKtheKemulsionYsolventKevaporationKprocessZKSmallWK2013WKkWKegcfYdd 11 60

61 zamiltonianKadaptiveKresolutionKsimulationKforKmolecularKliquidsZKPhysicalhReviewhLettersWK2013WK
ccbWKcbjebc 7.4 127

60 IceKnucleationKatKtheKnanoscaleKprobesKnoKmanRsKlandKofKwaterZKNaturehCommunicationsWK2013WKfWKcjji 17.4 101

59 –onteKcarloKadaptiveKresolutionKsimulationKofKmulticomponentKmolecularKliquidsZKPhysicalhReviewh
LettersWK2013WKcccWKbhbhbc 7.4 63

58 ”atticeKthermalKconductivityKofKsemiconductingKbulkKmaterialslKatomisticKsimulationsZKPhysicalh
ChemistryhChemicalhPhysicsWK2012WKcfWKchdbkYdd 3.6 94

57 sdsorptionKofKvichlorobenzeneKonKsuKandKαtKSteppedKSurfacesKUsingKvanKderKWaalsKvensityK
xunctionalKTheoryZKJournalhofhPhysicalhChemistryhCWK2012WKcchWKdbfbkYdbfch 3.8 25

56 sutocatalyticKandKcooperativelyKstabilizedKdissociationKofKwaterKonKaKsteppedKplatinumKsurfaceZK
JournalhofhthehAmericanhChemicalhSocietyWK2012WKcefWKckdciYdd 16.4 46

55 ThermalKtransportKinKphaseYchangeKmaterialsKfromKatomisticKsimulationsZKPhysicalhReviewhBWK2012WK
jhWK 3.3 57

54 sb´ initioKcharacterizationKofKgrapheneKnanoribbonsKandKtheirKpolymerKprecursorsZKJournalhofhPhysicsh
CondensedhMatterWK2012WKdfWKcbfbde 1.8 2
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53 stomisticKsimulationsKofKheatKtransportKinKrealYscaleKsiliconKnanowireKdevicesZKAppliedhPhysicsh
LettersWK2012WKcbbWKddecbi 3.4 11

52 xirstKαrinciplesKSimulationsKofKtheKInfraredKSpectrumKofK”iquidKWaterKUsingKzybridKvensityK
xunctionalsZKJournalhofhChemicalhTheoryhandhComputationWK2011WKiWKcffeYk 6.4 127

51 zomogeneousKiceKnucleationKfromKsupercooledKwaterZKPhysicalhChemistryhChemicalhPhysicsWK2011WK
ceWKckjbiYce 3.6 199

50 stomisticKcalculationKofKtheKthermalKconductanceKofKlargeKscaleKbulkYnanowireKjunctionsZKPhysicalh
ReviewhBWK2011WKjfWK 3.3 17

49 –orphologyKandKtemperatureKdependenceKofKtheKthermalKconductivityKofKnanoporousKSiyeZKNanoh
LettersWK2011WKccWKehbjYcc 11.5 49

48 ThermalKtransportKinKnanoporousKsiliconlKinterplayKbetweenKdisorderKatKmesoscopicKandKatomicK
scalesZKACShNanoWK2011WKgWKcjekYff 16.7 105

47 zeatKtransportKinKamorphousKsiliconlKInterplayKbetweenKmorphologyKandKdisorderZKAppliedhPhysicsh
LettersWK2011WKkjWKcffcbc 3.4 93

46 αrotonKWiresKviaKOneYvimensionalKWaterKuhainsKsdsorbedKonK–etallicKStepsZKJournalhofhChemicalh
TheoryhandhComputationWK2011WKiWKdhjcYf 6.4 8

45 StabilityKofKhydrocarbonsKatKdeepKwarthKpressuresKandKtemperaturesZKProceedingshofhthehNationalh
AcademyhofhScienceshofhthehUnitedhStateshofhAmericaWK2011WKcbjWKhjfeYhjfh 11.5 64

44 ulusterKexpansionKandKoptimizationKofKthermalKconductivityKinKSiyeKnanowiresZKPhysicalhReviewhBWK
2010WKjcWK 3.3 27

43 sbKinitioKinvestigationKofKtheKmeltingKlineKofKnitrogenKatKhighKpressureZKPhysicalhReviewhBWK2010WKjdWK 3.3 25

42 wxploringKtheKrehydroxylationKreactionKofKpyrophylliteKbyKabKinitioKmolecularKdynamicsZKJournalhofh
PhysicalhChemistryhBWK2010WKccfWKigkeYhbc 3.4 14

41 TemperatureKdependenceKofKtheKthermalKconductivityKofKthinKsiliconKnanowiresZKNanohLettersWK2010WK
cbWKjfiYgc 11.5 134

40 xirstYαrincipleKsnalysisKofKtheKIπKStretchingKtandKofK”iquidKWaterZKJournalhofhPhysicalhChemistryh
LettersWK2010WKcWKcekjYcfbd 6.4 40

39  ucleationKofKtetrahedralKsolidslKsKmolecularKdynamicsKstudyKofKsupercooledKliquidKsiliconZKJournalh
ofhChemicalhPhysicsWK2009WKcecWKddfgck 3.9 29

38 α”U–wvlKsKportableKpluginKforKfreeYenergyKcalculationsKwithKmolecularKdynamicsZKComputerhPhysicsh
CommunicationsWK2009WKcjbWKckhcYckid 4.2 1087

37 SurfaceYinducedKcrystallizationKinKsupercooledKtetrahedralKliquidsZKNaturehMaterialsWK2009WKjWKidhYeb 27 76

36 TheoreticalKinvestigationKofKmethaneKunderKpressureZKJournalhofhChemicalhPhysicsWK2009WKcebWKchfgdb 3.9 13

(2009-2012)

7



35 stomisticKsimulationsKofKheatKtransportKinKsiliconKnanowiresZKPhysicalhReviewhLettersWK2009WKcbdWKckgkbc 7.4 226

34 wlectronicKeffectsKinKtheKIπKspectrumKofKwaterKunderKconfinementZKJournalhofhPhysicalhChemistryhBWK
2009WKcceWKfcibYg 3.4 28

33 αracticalKalgorithmsKtoKfacilitateKlargeYscaleKfirstYprinciplesKmolecularKdynamicsZKJournalhofhPhysics:h
ConferencehSeriesWK2009WKcjbWKbcdbif 0.3 6

32 InfluenceKofKtemperatureKandKanisotropicKpressureKonKtheKphaseKtransitionsKinKalphaYcristobaliteZK
PhysicalhReviewhLettersWK2008WKcbbWKchggbd 7.4 36

31 SimulationKofKtheKgraftingKofKorganosilanesKatKtheKsurfaceKofKdryKamorphousKsilicaZKJournalhofh
PhysicshCondensedhMatterWK2008WKdbWKddfbcc 1.8 4

30 αrobingKpropertiesKofKwaterKunderKconfinementlKinfraredKspectraZKNanohLettersWK2008WKjWKdkgkYhd 11.5 27

29 –etadynamicsKsimulationsKofKtheKhighYpressureKphasesKofKsiliconKemployingKaKhighYdimensionalK
neuralKnetworkKpotentialZKPhysicalhReviewhLettersWK2008WKcbbWKcjggbc 7.4 181

28
vxTKresearchKonKtheKdehydroxylationKreactionKofKpyrophylliteKdZKuharacterizationKofKreactantsWK
intermediatesWKandKtransitionKstatesKalongKtheKreactionKpathZKJournalhofhPhysicalhChemistryhAWK2008WK
ccdWKheieYje

2.8 17

27 vxTKresearchKonKtheKdehydroxylationKreactionKofKpyrophylliteKcZKxirstYprincipleKmolecularKdynamicsK
simulationsZKJournalhofhPhysicalhChemistryhBWK2008WKccdWKibgcYhb 3.4 33

26 αressureYinducedKphaseKtransitionsKinKsiliconKstudiedKbyKneuralKnetworkYbasedKmetadynamicsK
simulationsZKPhysicahStatushSolidihsBt:hBasichResearchWK2008WKdfgWKdhcjYdhdk 1.3 59

25 –olecularKdynamicsKstudyKofKtheKsolvationKofKcalciumKcarbonateKinKwaterZKJournalhofhPhysicalh
ChemistryhBWK2007WKcccWKcddckYdi 3.4 55

24 –igrationKofKpositivelyKchargedKdefectsKinK˛–YquartzZKPhysicalhReviewhBWK2007WKihWK 3.3 13

23 uanonicalKsamplingKthroughKvelocityKrescalingZKJournalhofhChemicalhPhysicsWK2007WKcdhWKbcfcbc 3.9 8131

22 xromKfourYKtoKsixYcoordinatedKsilicalKTransformationKpathwaysKfromKmetadynamicsZKPhysicalhReviewh
BWK2007WKihWK 3.3 39

21 TheKinterplayKbetweenKsurfaceYwaterKandKhydrogenKbondingKinKaKwaterKadlayerKonKαtScccTKandK
sgScccTZKJournalhofhPhysicshCondensedhMatterWK2007WKckWKdfdcbc 1.8 12

20 ThermalKconductivityKofKisolatedKandKinteractingKcarbonKnanotubeslKcomparingKresultsKfromK
molecularKdynamicsKandKtheKboltzmannKtransportKequationZKPhysicalhReviewhLettersWK2007WKkkWKdgggbd 7.4 153

19 â��SiteKtindingâ��KofKuadVIonsKtoKαolyacrylatesKinKWaterl´ KsK–olecularKvynamicsKStudyKofKuoilingKandK
sggregationZKMacromoleculesWK2007WKfbWKefeiYeffd 5.5 58

18 xreezingKofKaK”ennardYJonesKfluidlKfromKnucleationKtoKspinodalKregimeZKPhysicalhReviewhLettersWK
2006WKkiWKcbgibc 7.4 207
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17 urystalKstructureKtransformationsKinKSiOdKfromKclassicalKandKabKinitioKmetadynamicsZKNatureh
MaterialsWK2006WKgWKhdeYh 27 183

16  onYequilibriumKdynamicsKandKstructureKofKinterfacialKiceZKChemicalhPhysicshLettersWK2006WKfdhWKccgYcck 2.5 7

15 TopologicalKdefectsKandKbulkKmeltingKofKhexagonalKiceZKJournalhofhPhysicalhChemistryhBWK2005WKcbkWKgfdcYf3.4 61

14 sbKinitioKsimulationKofKphotoinducedKtransformationKofKsmallKringsKinKamorphousKsilicaZKPhysicalh
ReviewhBWK2005WKicWK 3.3 19

13 wvolutionKofKtheKstructureKofKamorphousKicelKfromKlowYdensityKamorphousKthroughKhighYdensityK
amorphousKtoKveryKhighYdensityKamorphousKiceZKJournalhofhChemicalhPhysicsWK2005WKcddWKcefgbc 3.9 76

12 αolyamorphismKofKiceKatKlowKtemperaturesKfromKconstantYpressureKsimulationsZKPhysicalhReviewh
LettersWK2004WKkdWKddgibd 7.4 91

11 wlasticKmoduliKofKnanostructuredKcarbonKfilmsZKPhysicalhReviewhBWK2004WKibWK 3.3 7

10 αhotoelasticityKofKsodiumKsilicateKglassKfromKfirstKprinciplesZKPhysicalhReviewhBWK2004WKibWK 3.3 36

9 αhotoelasticityKofKcrystallineKandKamorphousKsilicaKfromKfirstKprinciplesZKPhysicalhReviewhBWK2003WKhjWK 3.3 25

8 stomicKscaleKcharacterizationKofKnanostructuredKaYulzKfilmsZKEuropeanhPhysicalhJournalhBWK2002WKdiWKeegYefb1.2 3

7  anofrictionKtehaviorKofKulusterYsssembledKuarbonKxilmsZKJournalhofhNanosciencehandh
NanotechnologyWK2002WKdWKheiYhfe 1.3 5

6  anofrictionKbehaviorKofKclusterYassembledKcarbonKfilmsZKJournalhofhNanosciencehandh
NanotechnologyWK2002WKdWKheiYfe 1.3 1

5 vehydroxylationKandKSilanizationKofKtheKSurfacesKofK˛†YuristobaliteKSilicalKKsnKabKInitioKSimulationZK
JournalhofhPhysicalhChemistryhBWK2001WKcbgWKjbbiYjbce 3.4 85

4 sbKinitioKsimulationsKofKphotoinducedKinterconversionsKofKoxygenKdeficientKcentersKinKamorphousK
silicaZKPhysicalhReviewhLettersWK2001WKjiWKckggbf 7.4 59

3 SimulationKofKatomicKforceKmicroscopyKofKfractalKnanostructuredKcarbonKfilmsZKEurophysicshLettersWK
2001WKgfWKidYih 1.6 10

2 uovalentKulusterYsssembledKuarbonKSolidsK2001WKjkYcdh 2

1 yrowthKofK anostructuredKuarbonKxilmsKbyKulusterKsssemblyZKPhysicalhReviewhLettersWK1999WKjeWKiihYiik7.4 80

List of Publications

9


