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157 MolecularNdynamicsNsimulationNofNformationNprocessNofNsinglebwalledNcarbonNnanotubesNbyNyyVzN
methodcNChemicalTPhysicsTLettersaN2003aNhngaNhnfbhnl 2.5 205
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153 wNmolecularNdynamicsNstudyNofNtheNphaseNtransitionNinNbccNmetalNnanoparticlescNJournalTofTChemicalT
PhysicsaN2008aNfgoaNfiifeg 3.9 112
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ISIJTInternationalaN2008aNinaNfkngbfkof 1.7 97
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PhysicsTLettersaN2011aNkfgaNfilbfke 2.5 95
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147 PrimaryNarmNarrayNduringNdirectionalNsolidificationNofNaNsinglebcrystalNbinaryNalloypNLargebscaleN
phasebfieldNstudycNActaTMaterialiaaN2016aNffnaNghebgih 8.4 72

146
SubmicrometerbscaleNmolecularNdynamicsNsimulationNofNnucleationNandNsolidificationNfromN
undercooledNmeltpNLinkageNbetweenNempiricalNinterpretationNandNatomisticNnaturecNActaTMaterialiaaN
2016aNfekaNhgnbhhm

8.4 72

145 HomogeneousNnucleationNandNmicrostructureNevolutionNinNmillionbatomNmolecularNdynamicsN
simulationcNScientificTReportsaN2015aNkaNfhkhi 4.9 69

144 MeltingNandNsolidificationNpointNofNfccbmetalNnanoparticlesNwithNrespectNtoNparticleNsizepNwNmolecularN
dynamicsNstudycNChemicalTPhysicsTLettersaN2010aNionaNhghbhgm 2.5 69

143 TwobdimensionalNphasebfieldNstudyNofNcompetitiveNgrainNgrowthNduringNdirectionalNsolidificationNofN
polycrystallineNbinaryNalloycNJournalTofTCrystalTGrowthaN2016aNiigaNfibgi 1.6 63

142 MolecularNdynamicsNsimulationNofNgenerationNprocessNofNSWNTscNPhysicaTBzTCondensedTMatteraN2002aN
hghaNfnmbfno 2.8 60

141 MultibGPUsNparallelNcomputationNofNdendriteNgrowthNinNforcedNconvectionNusingNtheN
phasebfieldblatticeNxoltzmannNmodelcNJournalTofTCrystalTGrowthaN2017aNimiaNfkibfko 1.6 59
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140 wNmolecularNdynamicsNstudyNofNtheNfccâ��bccNphaseNtransformationNkineticsNofNironcNScriptaTMaterialiaaN
2008aNkoaNomfbomi 5.6 57

139 PhasebfieldNlatticeNxoltzmannNsimulationsNofNmultipleNdendriteNgrowthNwithNmotionaNcollisionaNandN
coalescenceNandNsubsequentNgrainNgrowthcNComputationalTMaterialsTScienceaN2018aNfimaNfgibfhf 3.2 54

138 wNmolecularNdynamicsNstudyNofNtheNeffectNofNaNsubstrateNonNcatalyticNmetalNclustersNinNnucleationN
processNofNsinglebwalledNcarbonNnanotubescNChemicalTPhysicsTLettersaN2007aNihmaNgfnbggh 2.5 53

137 wNMolecularNzynamicsNStudyNofNThermodynamicNandNKineticNPropertiesNofNSolidâ��LiquidNInterfaceNforN
xccNIroncNISIJTInternationalaN2010aNkeaNffknbffli 1.7 51

136 UltrablargebscaleNphasebfieldNsimulationNstudyNofNidealNgrainNgrowthcNNpjTComputationalTMaterialsaN
2017aNhaN 10.9 48

135
wbNinitioNmolecularNdynamicsNsimulationNofNdissociationNofNmethaneNonNnickelWfNfNfYNsurfacepN
UnravellingNinitialNstageNofNgrapheneNgrowthNviaNaNyVzNtechniquecNChemicalTPhysicsTLettersaN2013aN
klkaNogbom

2.5 47

134 wNmolecularNdynamicsNstudyNofNcoolingNrateNduringNsolidificationNofNmetalNnanoparticlescNChemicalT
PhysicsTLettersaN2011aNkegaNngbnl 2.5 47

133 wNphasebfieldNmodelNforNelectrodeNreactionsNwithNxutlerâ��VolmerNkineticscNComputationalTMaterialsT
ScienceaN2010aNkeaNffnbfgi 3.2 47

132 PhasebfieldblatticeNxoltzmannNstudiesNforNdendriticNgrowthNwithNnaturalNconvectioncNJournalTofT
CrystalTGrowthaN2017aNimiaNfilbfkh 1.6 45

131 GrowthNandNmeltingNofNnanoparticlesNinNliquidNironpNwNmolecularNdynamicsNstudycNChemicalTPhysicsT
LettersaN2009aNimkaNglibgln 2.5 44

130 zirectionNcontrolNofNchemicalNwaveNpropagationNinNselfboscillatingNgelNarraycNJournalTofTPhysicalT
ChemistryTBaN2008aNffgaNfmmmbng 3.4 44

129 PhasebfieldNmodelingNforNelectrodepositionNprocesscNScienceTandTTechnologyTofTAdvancedTMaterialsaN
2007aNnaNkffbkfn 7.1 41

128 ProtonNMigrationNonNHydratedNSurfaceNofNyubicNZrOgpNwbNinitioNMolecularNzynamicsNSimulationcN
JournalTofTPhysicalTChemistryTCaN2015aNffoaNgnogkbgnohh 3.8 39

127 wNmolecularNdynamicsNstudyNofNtheNcarbonâ��catalystNinteractionNenergyNforNmultibscaleNmodellingNofN
singleNwallNcarbonNnanotubeNgrowthcNChemicalTPhysicsTLettersaN2006aNigmaNhlkbhme 2.5 38

126 WaferbscaleNfabricationNandNgrowthNdynamicsNofNsuspendedNgrapheneNnanoribbonNarrayscNNatureT
CommunicationsaN2016aNmaNffmom 17.4 35

125 PhaseNtransitionNinNsubstratebsupportedNmolybdenumNnanoparticlespNaNmolecularNdynamicsNstudycN
PhysicalTChemistryTChemicalTPhysicsaN2010aNfgaNmhfbo 3.6 35

124 yompetitiveNgrainNgrowthNduringNdirectionalNsolidificationNofNaNpolycrystallineNbinaryNalloypN
ThreebdimensionalNlargebscaleNphasebfieldNstudycNMaterialiaaN2018aNfaNfeibffh 3.2 34

123
LargebscaleNPhasebfieldNStudiesNofNThreebdimensionalNzendriteNyompetitiveNGrowthNatNtheN
yonvergingNGrainNxoundaryNduringNzirectionalNSolidificationNofNaNxicrystalNxinaryNwlloycNISIJT
InternationalaN2016aNklaNfigmbfihk
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122 ThreebdimensionalNmorphologiesNofNinclinedNequiaxedNdendritesNgrowingNunderNforcedNconvectionN
byNphasebfieldblatticeNxoltzmannNmethodcNJournalTofTCrystalTGrowthaN2018aNinhaNfimbfkk 1.6 33

121 zynamicNinteractionNbetweenNgrainNboundaryNandNstackingNfaultNtetrahedroncNScriptaTMaterialiaaN
2018aNfiiaNmnbnh 5.6 31

120 zependenceNofNtheNgrainNboundaryNenergyNonNtheNalloyNcompositionNinNtheNbccNironâ��chromiumNalloypN
wNmolecularNdynamicsNstudycNComputationalTMaterialsTScienceaN2009aNiiaNfegkbfego 3.2 31

119 wdventNofNyrossbScaleNModelingpNHighbPerformanceNyomputingNofNSolidificationNandNGrainNGrowthcN
AdvancedTTheoryTandTSimulationsaN2018aNfaNfneeelk 3.5 30

118 wNphasebfieldNsimulationNofNbridgeNformationNprocessNinNaNnanometerbscaleNswitchcNScriptaTMaterialia
aN2006aNkkaNfeokbfeon 5.6 29

117 –stimationNofNSolidbliquidNInterfacialN–nergyNfromNGibbsbThomsonN–ffectpNwNMolecularNzynamicsN
StudycNISIJTInternationalaN2011aNkfaNfllibfllm 1.7 28

116 wNmolecularNdynamicsNstudyNofNtheNgraphitizationNabilityNofNtransitionNmetalsNforNcatalysisNofNcarbonN
nanotubeNgrowthNviaNchemicalNvaporNdepositioncNChemicalTPhysicsTLettersaN2009aNimgaNgeebgel 2.5 28

115
wbNInitioNMolecularNzynamicsNSimulationNofNtheNzissociationNofN–thanolNonNaNNickelNylusterpN
UnderstandingNtheNInitialNStageNofNMetalbyatalyzedNGrowthNofNyarbonNNanotubescNJournalTofT
PhysicalTChemistryTCaN2013aNffmaNoonhboooe

3.8 27

114 GrainNgrowthNkineticsNinNsubmicrometerbscaleNmolecularNdynamicsNsimulationcNActaTMaterialiaaN2018aN
fkhaNfenbffl 8.4 26

113 MillionbatomNmolecularNdynamicsNsimulationNonNspontaneousNevolutionNofNanisotropyNinNsolidN
nucleusNduringNsolidificationNofNironcNScriptaTMaterialiaaN2014aNnlaNgebgh 5.6 26

112 PermeabilityNpredictionNforNflowNnormalNtoNcolumnarNsolidificationNstructuresNbyNlargeâ��scaleN
simulationsNofNphaseâ��fieldNandNlatticeNxoltzmannNmethodscNActaTMaterialiaaN2019aNfliaNghmbgio 8.4 26

111 xondNdissociationNmechanismNofNethanolNduringNcarbonNnanotubeNsynthesisNviaNalcoholNcatalyticN
yVzNtechniquepNwbNinitioNmolecularNdynamicsNsimulationcNChemicalTPhysicsTLettersaN2014aNkokbkolaNfnkbfof2.5 25

110 wNnumericalNapproachNtoNtheNmetalbcatalyzedNgrowthNprocessNofNcarbonNnanotubescNDiamondTandT
RelatedTMaterialsaN2011aNgeaNhhibhhn 3.5 25

109 GrainNboundaryNinducedNdeformationNmechanismsNinNnanocrystallineNwlNbyNmolecularNdynamicsN
simulationpNFromNinteratomicNpotentialNperspectivecNComputationalTMaterialsTScienceaN2019aNfklaNigfbihh3.2 25

108 InteractionNbetweenNnanobvoidsNandNmigratingNgrainNboundaryNbyNmolecularNdynamicsNsimulationcN
ActaTMaterialiaaN2019aNfmhaNgelbggi 8.4 24

107 VariationalNformulationNandNnumericalNaccuracyNofNaNquantitativeNphasebfieldNmodelNforNbinaryNalloyN
solidificationNwithNtwobsidedNdiffusioncNPhysicalTReviewTEaN2016aNohaNefgneg 2.4 24

106 GenerationNofNsinglebwalledNcarbonNnanotubesNfromNalcoholNandNgenerationNmechanismNbyN
molecularNdynamicsNsimulationscNJournalTofTNanoscienceTandTNanotechnologyaN2004aNiaNhlebm 1.3 24

105
TwobdimensionalNlargebscaleNphasebfieldNlatticeNxoltzmannNsimulationNofNpolycrystallineNequiaxedN
solidificationNwithNmotionNofNaNmassiveNnumberNofNdendritescNComputationalTMaterialsTScienceaN2020aN
fmnaNfeolho

3.2 23
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104 OrientationNRelationshipNinNFccâ��xccNPhaseNTransformationNKineticsNofNIronpNaNMolecularNzynamicsN
StudycNISIJTInternationalaN2010aNkeaNfgffbfgfl 1.7 21

103 InverseNHallbPetchNrelationshipNofNhighbentropyNalloyNbyNatomisticNsimulationcNMaterialsTLettersaN2020
aNgmiaNfgnegi 3.3 21

102
Largeâ��scaleNphaseâ��fieldNlatticeNxoltzmannNstudyNonNtheNeffectsNofNnaturalNconvectionNonNdendriteN
morphologyNformedNduringNdirectionalNsolidificationNofNaNbinaryNalloycNComputationalTMaterialsT
ScienceaN2020aNfmfaNfeogeo

3.2 21

101 InteractionNbetweenNgrapheneNandNnickelWfffYNsurfacesNwithNcommensurateNandNincommensurateN
orientationalNrelationshipscNChemicalTPhysicsTLettersaN2012aNkhnaNffgbffm 2.5 19

100 VariationalNformulationNofNaNquantitativeNphasebfieldNmodelNforNnonisothermalNsolidificationNinNaN
multicomponentNalloycNPhysicalTReviewTEaN2017aNolaNehhhff 2.4 19

99 –ffectNofNwettabilityNonNphaseNtransitionNinNsubstratebsupportedNbccbmetalNnanoparticlespNwN
molecularNdynamicsNstudycNChemicalTPhysicsTLettersaN2010aNinlaNfhmbfih 2.5 18

98 –stimationNofNThermodynamicNandNInterfacialNParametersNofNMetallicNMaterialsNbyNMolecularN
zynamicsNSimulationscNMaterialsTTransactionsaN2019aNleaNfnebfnn 1.3 17

97 LargebscaleNMolecularNzynamicsNStudyNonN–volutionNofNGrainNxoundaryNGrooveNofNIroncNISIJT
InternationalaN2012aNkgaNggekbggeo 1.7 17

96 wNmultiscaleNapproachNforNmodelingNtheNearlyNstageNgrowthNofNsingleNandNmultiwallNcarbonN
nanotubesNproducedNbyNaNmetalbcatalyzedNsynthesisNprocesscNJournalTofTChemicalTPhysicsaN2009aNfheaNehimei3.9 17

95 NumericalNtestingNofNquantitativeNphasebfieldNmodelsNwithNdifferentNpolynomialsNforNisothermalN
solidificationNinNbinaryNalloyscNJournalTofTComputationalTPhysicsaN2017aNhhkaNlgfblhl 4.1 16

94 MolecularNdynamicsNsimulationsNinvestigatingNconsecutiveNnucleationaNsolidificationNandNgrainN
growthNinNaNtwelvebmillionbatomNFebsystemcNJournalTofTCrystalTGrowthaN2017aNimiaNfiebfik 1.6 16

93 SimulationNmethodNbasedNonNphasebfieldNlatticeNxoltzmannNmodelNforNlongbdistanceNsedimentationN
ofNsingleNequiaxedNdendritecNComputationalTMaterialsTScienceaN2019aNfliaNhobik 3.2 16

92 LowNreactivityNofNmethaneNonNcopperNsurfaceNduringNgrapheneNsynthesisNviaNyVzNprocesspNwbNinitioN
molecularNdynamicsNsimulationcNChemicalTPhysicsTLettersaN2014aNlfeblffaNhhbhn 2.5 16

91 wNMolecularNzynamicsNStudyNofNxidirectionalNPhaseNTransformationNbetweenNbccNandNfccNIroncNISIJT
InternationalaN2011aNkfaNfmfebfmfl 1.7 16

90 xridgingNmolecularNdynamicsNandNphasebfieldNmethodsNforNgrainNgrowthNpredictioncNComputationalT
MaterialsTScienceaN2018aNfkgaNffnbfgi 3.2 15

89 wbNInitioNMolecularNzynamicsNSimulationNofN–thyleneNReactionNonNNickelNWfffYNSurfacecNJournalTofT
PhysicalTChemistryTCaN2015aNffoaNhgfebhgfl 3.8 15

88 FreeNenergyNbarriersNfromNbiasedNmolecularNdynamicsNsimulationscNJournalTofTChemicalTPhysicsaN2020
aNfkhaNffiffn 3.9 15

87 RoleNofNoxygenNvacancyNinNdissociationNofNoxygenNmoleculeNonNSOFyNcathodepNwbNinitioNmolecularN
dynamicsNsimulationcNSolidTStateTIonicsaN2016aNgnkaNgeobgfi 3.3 14
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86 MolecularNdynamicsNsimulationNofNathermalNheterogeneousNnucleationNofNsolidificationcN
ComputationalTMaterialsTScienceaN2019aNfliaNmibnf 3.2 14

85 ShearNresponseNofNgrainNboundariesNwithNmetastableNstructuresNbyNmolecularNdynamicsNsimulationscN
ModellingTandTSimulationTinTMaterialsTScienceTandTEngineeringaN2018aNglaNehkeen 2 14

84 PermeabilityNtensorNforNcolumnarNdendriticNstructurespNPhasebfieldNandNlatticeNxoltzmannNstudycN
ActaTMaterialiaaN2020aNfnnaNgngbgnm 8.4 13

83 zistinctiveNPotentialNxehaviorNatNtheNOxidizedNSurfaceNofNaNSemiconductorNzeviceNinNaNyoncentratedN
wqueousNSaltNSolutioncNChemElectroChemaN2014aNfaNfkflbfkgi 4.3 13

82 yhargeNxehaviorsNaroundNOxideNzevicedPseudobPhysiologicalNSolutionNInterfaceNwithNMolecularN
zynamicNSimulationscNJapaneseTJournalTofTAppliedTPhysicsaN2013aNkgaNfgmeef 1.4 13

81 yompositionNdependenceNofNsolidbliquidNinterfacialNenergyNofNFebyrNbinaryNalloyNfromNmolecularN
dynamicsNsimulationscNComputationalTMaterialsTScienceaN2019aNflmaNfbm 3.2 12

80
wccelerationNofNphasebfieldNlatticeNxoltzmannNsimulationNofNdendriteNgrowthNwithNthermosolutalN
convectionNbyNtheNmultibGPUsNparallelNcomputationNwithNmultipleNmeshNandNtimeNstepNmethodcN
ModellingTandTSimulationTinTMaterialsTScienceTandTEngineeringaN2019aNgmaNekieei

2 12

79 –ffectNofNdoublebstrandedNzNwNonNelectricalNdoubleNlayerNstructureNatNoxidedelectrolyteNinterfaceNinN
classicalNmolecularNdynamicsNsimulationcNChemicalTPhysicsTLettersaN2015aNlfoaNfkgbfkm 2.5 12

78 xayesianNinferenceNofNsolidbliquidNinterfacialNpropertiesNoutNofNequilibriumcNPhysicalTReviewTEaN2020aN
fefaNekgfgf 2.4 12

77 wNphasebfieldNsimulationNofNuraniumNdendriteNgrowthNonNtheNcathodeNinNtheNelectrorefiningNprocesscN
JournalTofTNuclearTMaterialsaN2011aNifiaNffibffo 3.3 12

76 MolecularNdynamicsNinNformationNprocessNofNswntNscNMolecularTCrystalsTandTLiquidTCrystalsaN2002aN
hnmaNnmbog 0.5 12

75 wNparametricNstudyNofNmorphologyNselectionNinNequiaxedNdendriticNsolidificationcNComputationalT
MaterialsTScienceaN2019aNflgaNmlbnf 3.2 11

74 yalculationNofNsurfaceNpotentialsNatNtheNsilicaâ��waterNinterfaceNusingNmolecularNdynamicspNyhallengesN
andNopportunitiescNJapaneseTJournalTofTAppliedTPhysicsaN2018aNkmaNeiFMeg 1.4 11

73 PreferentialNsynthesisNofNWlaiYNsinglebwalledNcarbonNnanotubesNbyNcontrollingNoxidationNdegreeNofN
yoNcatalystcNScientificTReportsaN2017aNmaNfffio 4.9 11

72 wNMolecularNzynamicsNStudyNofNPartitionlessNSolidificationNandNMeltingNofNwlâ��yuNwlloyscNISIJT
InternationalaN2017aNkmaNfmmibfmmo 1.7 11

71 wcceleratingNMolecularNzynamicsNSimulationNPerformedNonNGPUcNNipponTKinzokuTGakkaishioJournalT
ofTtheTJapanTInstituteTofTMetalsaN2012aNmlaNilgbilm 0.4 11

70 GrainNGrowthNinNLargebScaleNMolecularNzynamicsNSimulationpNLinkageNbetweenNwtomicN
yonfigurationNandNvonNNeumannbMullinsNRelationcNISIJTInternationalaN2016aNklaNgfoobggem 1.7 11

69 MorphologyNofNuraniumNelectrodepositsNonNcathodeNinNelectrorefiningNprocesspNwNphasebfieldN
simulationcNJournalTofTNuclearTMaterialsaN2013aNihlaNlfblm 3.3 10
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68 ModelingNelectrochemistryNinNmetallurgicalNprocessescNJomaN2007aNkoaNhkbih 2.1 10

67 PhaseNtransitionNofNmetalNnanowiresNconfinedNinNaNlowbdimensionalNnanospacecNChemicalTPhysicsT
LettersaN2012aNkhgaNnibno 2.5 9

66 ParticleNsizeNdependenceNofNpolarizationNofNNidYSZNcermetNanodesNforNsolidNoxideNfuelNcellscNJournalT
ofTPowerTSourcesaN2013aNghiaNfimbfkh 8.9 9

65 LargebscaleNphasebfieldNstudyNofNanisotropicNgrainNgrowthpN–ffectsNofNmisorientationbdependentN
grainNboundaryNenergyNandNmobilitycNComputationalTMaterialsTScienceaN2021aNfnlaNfeooog 3.2 9

64 SoluteNpartitionNatNsolidbliquidNinterfaceNofNbinaryNalloyNfromNmolecularNdynamicsNsimulationcN
MaterialiaaN2018aNiaNkkhbkkm 3.2 9

63 yonformationNandNcatalyticNactivityNofNnickelâ��carbonNclusterNforNethanolNdissociationNinNcarbonN
nanotubeNsynthesispNwbNinitioNmolecularNdynamicsNsimulationcNChemicalTPhysicsTLettersaN2017aNlmoaNflibfmf2.5 8

62
MicrometerbscaleNmolecularNdynamicsNsimulationNofNmicrostructureNformationNlinkedNwithN
multibphasebfieldNsimulationNinNsameNspaceNscalecNModellingTandTSimulationTinTMaterialsTScienceTandT
EngineeringaN2019aNgmaNekieeg

2 8

61 FirstNprinciplesNcalculationNofNyHiNdecompositionNonNnickelNWfffYNsurfacecNEuropeanTPhysicalTJournalT
BaN2015aNnnaNf 1.2 8

60 MolecularNzynamicsNSimulationNofNNucleationNfromNUndercooledNMeltNofNNickelâ��wluminumNwlloyN
andNziscussionNonNPolymorphismNinNNucleationcNMaterialsTTransactionsaN2020aNlfaNmkebmkm 1.3 8

59 wccuracyN–valuationNofNPhasebfieldNModelsNforNGrainNGrowthNSimulationNwithNwnisotropicNGrainN
xoundaryNPropertiescNISIJTInternationalaN2020aNleaNflebflm 1.7 8

58 zewettingNdynamicsNofNnickelNthinNfilmNonNalphabquartzNsubstratepNwNmolecularNdynamicsNstudycN
ChemicalTPhysicsTLettersaN2016aNlknaNhebhl 2.5 8

57 MolecularNdynamicsNofNtheNgenerationNprocessNofNdoublebwalledNcarbonNnanotubesNfromNpeapodscN
HeatTTransferTmTAsianTResearchaN2006aNhkaNgkibgli 2.8 8

56
yompetitiveNgrowthNduringNdirectionalNsolidificationNofNaNbinaryNalloyNwithNnaturalNconvectionpN
twobdimensionalNphasebfieldNstudycNModellingTandTSimulationTinTMaterialsTScienceTandTEngineeringaN
2019aNgmaNekieef

2 7

55 LargebscaleNphasebfieldNsimulationNofNthreebdimensionalNisotropicNgrainNgrowthNinNpolycrystallineN
thinNfilmscNModellingTandTSimulationTinTMaterialsTScienceTandTEngineeringaN2019aNgmaNekieeh 2 7

54 yorrelationNbetweenNthreebdimensionalNandNcrossbsectionalNcharacteristicsNofNidealNgrainNgrowthpN
largebscaleNphasebfieldNsimulationNstudycNJournalTofTMaterialsTScienceaN2018aNkhaNfkflkbfkfne 4.3 7

53 wNsemibempiricalNmolecularNorbitalNstudyNofNfreestandingNandNfullerenebencapsulatedNMoN
nanoclusterscNMolecularTSimulationaN2008aNhiaNnofboeh 2 7

52 PredictionNonNMechanicalNPropertiesNofNNonb–quiatomicNHighb–ntropyNwlloyNbyNwtomisticNSimulationN
andNMachineNLearningcNMetalsaN2021aNffaNogg 2.3 7

51 wbNinitioNmolecularNdynamicsNsimulationNofNethanolNdecompositionNonNplatinumNclusterNatNinitialN
stageNofNcarbonNnanotubeNgrowthcNChemicalTPhysicsTLettersaN2015aNlhlaNffebffl 2.5 6
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50 wbNinitioNmolecularNdynamicsNsimulationNofNethanolNdissociationNreactionsNonNalloyNcatalystsNinN
carbonNnanotubeNgrowthcNChemicalTPhysicsTLettersaN2019aNmhfaNfhllfo 2.5 6

49 –ffectsNofNyONadsorptionNonNprotonNmigrationNonNaNhydratedNZrONsurfacepNanNabNinitioNmolecularN
dynamicsNstudycNPhysicalTChemistryTChemicalTPhysicsaN2017aNfoaNgefonbgegek 3.6 6

48 MultibPhasebFieldNModelingNofNTransformationNKineticsNatNMultipleNScalesNandNItsNwpplicationNtoN
WeldingNofNSteelcNMaterialsTTransactionsaN2019aNleaNfmebfmo 1.3 6

47 UltrastrongNunderwaterNadhesionNonNdiverseNsubstratesNusingNnonbcanonicalNphenolicNgroupsccN
NatureTCommunicationsaN2022aNfhaNfnog 17.4 6

46 NucleationNdynamicsNinNwlNsolidificationNwithNwlbTiNrefinersNbyNmolecularNdynamicsNsimulationcN
ComputationalTMaterialsTScienceaN2020aNfngaNfeomlh 3.2 5

45 MachineNlearningNapproachNtoNautomatedNanalysisNofNatomicNconfigurationNofNmolecularNdynamicsN
simulationcNComputationalTMaterialsTScienceaN2020aNfniaNfeonne 3.2 5

44 wNMolecularNzynamicsNStudyNofN–ffectsNofNSizeNandNyoolingNRateNonNtheNStructureNofNMolybdenumN
NanoparticlescNJournalTofTThermalTScienceTandTTechnologyaN2012aNmaNikbkm 0.6 5

43 MolecularNdynamicsNinNtheNformationNprocessNofNsinglebwalledNcarbonNnanotubescNHeatTTransferTmT
AsianTResearchaN2003aNhgaNloebloo 2.8 5

42 OvergrowthNbehaviorNatNconvergingNgrainNboundariesNduringNcompetitiveNgrainNgrowthpNwN
twobdimensionalNphasebfieldNstudycNInternationalTJournalTofTHeatTandTMassTTransferaN2020aNfleaNfgefol 4.9 5

41 MolecularNdynamicsNsimulationNandNmachineNlearningNofNmechanicalNresponseNinNnonbequiatomicN
FeyrNiyoMnNhighbentropyNalloycNJournalTofTMaterialsTResearchTandTTechnologyaN2021aNfhaNgeihbgeki 5.5 5

40 wcceleratedNmolecularNdynamicsNsimulationNofNlargeNsystemsNwithNparallelNcollectiveNvariablebdrivenN
hyperdynamicscNComputationalTMaterialsTScienceaN2020aNfmmaNfeoknf 3.2 4

39 MolecularNdynamicsNsimulationNofNinterfacialNgrowthNofNSiyNfromNSiâ��yNsolutionNonNdifferentNgrowthN
planescNJournalTofTCrystalTGrowthaN2018aNioiaNhlbih 1.6 4

38 NumericalNSimulationNofNSwitchingNxehaviorNinNyudyugSNNanometerbScaleNSwitchcNAppliedTPhysicsT
ExpressaN2010aNhaNelkgeg 2.4 4

37 SiliconNyrystalNPullingNfromNtheNMeltNofNSibikmassTNiNwlloycNTetsumTomHaganeoJournalTofTtheTIronTandT
SteelTInstituteTofTJapanaN2008aNoiaNiolbkef 0.5 4

36 MechanicalNresponseNandNplasticNdeformationNofNcoherentNtwinNboundaryNwithNperfectNandN
defectiveNstructurescNMechanicsTofTMaterialsaN2020aNfifaNfehgll 3.3 4

35 SemibgrandNcanonicalNMonteNyarloNsimulationNforNderivationNofNthermodynamicNpropertiesNofNbinaryN
alloycNIOPTConferenceTSerieszTMaterialsTScienceTandTEngineeringaN2019aNkgoaNefgehm 0.4 4

34 PhasebFieldNSimulationNofNzendriteNGrowthNduringN–lectrodepositioncNNipponTKinzokuT
GakkaishioJournalTofTtheTJapanTInstituteTofTMetalsaN2009aNmhaNlefblem 0.4 3

33 –ntropicNandNenthalpicNfactorsNdeterminingNtheNthermodynamicsNandNkineticsNofNcarbonNsegregationN
fromNtransitionNmetalNnanoparticlescNCarbonaN2021aNfmfaNnelbnfh 10.4 3
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32 –ffectNofNIonicNwtmosphereNaroundNzNwd–lectrolyteNInterfaceNonNPotentiometricNSignalcNJournalTofT
theTElectrochemicalTSocietyaN2017aNfliaNxkinbxkkg 3.9 2

31 wtomisticNSimulationNofNtheNInteractionNxetweenNPointNzefectsNandNTwinNxoundarycNPhysicaTStatusT
SolidiThBizTBasicTResearchaN2018aNgkkaNfneeggn 1.3 2

30 –lucidationNofNSemiconductordxiobInterfaceNStructureNwithNMassiveNylassicalNMolecularNzynamicsN
SimulationcNHyomenTGijutsuoJournalTofTtheTSurfaceTFinishingTSocietyTofTJapanaN2014aNlkaNgkfbgkl 0.1 2

29 NumericalNSimulationNofNSilverNPillarNGrowthNandNSwitchingNxehaviorNinNwgdwggSNNanometerNScaleN
SwitchcNNipponTKinzokuTGakkaishioJournalTofTtheTJapanTInstituteTofTMetalsaN2009aNmhaNknobkoi 0.4 2

28 UniquelyNselectedNprimaryNdendriteNarmNspacingNduringNcompetitiveNgrowthNofNcolumnarNgrainsNinN
wlâ��yuNalloycNJournalTofTCrystalTGrowthaN2021aNkknaNfglefi 1.6 2

27 xayesianNzataNwssimilationNofNTemperatureNzependenceNofNSolidbLiquidNInterfacialNPropertiesNofN
NickelcNNanomaterialsaN2021aNffaN 5.4 2

26 zistinctiveNPotentialNxehaviorNatNOxidizedNSurfaceNofNSemiconductorNzeviceNinNyoncentratedN
wqueousNSaltNSolutioncNChemElectroChemaN2014aNfaNfigmbfigm 4.3 1

25 ReactionNofNethyleneNmoleculesNwithNaNnickelNclusterpNabNinitioNmolecularNdynamicsNstudycN
TransactionsTofTtheTMaterialsTResearchTSocietyTofTJapanaN2015aNieaNgfkbgfn 0.2 1

24 NumericalNwpproachNtoNtheNPhaseNTransformationNofNIronNandNRelatedNPropertiesNatNtheNInterfaceNbyN
MolecularNSimulationcNMateriaTJapanaN2009aNinaNlfbll 0.1 1

23 SynthesisNofNSingleNWalledNyarbonNNanotubesNbyNLaserNVaporizedNyatalyticNyhemicalNVaporN
zepositionNTechniqueN2007aN 1

22
FastbzecodingNwlgorithmNforN–lectrodeNProcessesNatN–lectrifiedNInterfacesNbyNMeanbFieldNKineticN
ModelNandNxayesianNzataNwssimilationpNwnNwctivebzatabMiningNwpproachNforNtheN–fficientNSearchN
andNziscoveryNofN–lectrocatalystsccNACSTAppliedTMaterialsTfamp;TInterfacesaN2022aN

9.5 1

21 PhasebfieldNstudyNonNanNarrayNofNtiltedNcolumnarNdendritesNduringNtheNdirectionalNsolidificationNofNaN
binaryNalloycNComputationalTMaterialsTScienceaN2022aNgehaNffffih 3.2 1

20 TimeNinvarianceNofNthreebdimensionalNmorphologyNofNequiaxedNdendritepNwNphasebfieldNstudycN
ComputationalTMaterialsTScienceaN2022aNgeiaNffffmh 3.2 1

19 SolidbliquidNInterfacialN–nergyNforNFeâ��yrNwlloyNunderNTemperatureNGradientNfromNMolecularN
zynamicsNSimulationcNISIJTInternationalaN2020aNleaNghefbghek 1.7 1

18 zendriteNGrowthNofNSiliconNalongNtheNUndercooledNMeltNSurfaceNofNSibikmassTNiNwlloycN
TetsumTomHaganeoJournalTofTtheTIronTandTSteelTInstituteTofTJapanaN2009aNokaNggbgk 0.5 1

17 MolecularNdynamicsNsimulationNofNheterogeneousNnucleationNviaNgrainNrefinerNinoculatedNinN
aluminiumNmeltcNIOPTConferenceTSerieszTMaterialsTScienceTandTEngineeringaN2019aNkgoaNefgeim 0.4 1

16 NovelNestimationNmethodNforNanisotropicNgrainNboundaryNpropertiesNbasedNonNxayesianNdataN
assimilationNandNphasebfieldNsimulationcNMaterialsTandTDesignaN2021aNgfeaNffeeno 8.1 1

15 NonbclassicalNnucleationNinNvaporbliquidbsolidNgrowthNofNmonolayerNWSNrevealedNbyNinbsituN
monitoringNchemicalNvaporNdepositioncNScientificTReportsaN2021aNffaNgggnk 4.9 0

(2021-2017)
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14 wcceleratedNmolecularNdynamicsNsimulationNofNvacancyNdiffusionNinNsubstitutionalNalloyNwithN
collectiveNvariablebdrivenNhyperdynamicscNComputationalTMaterialsTScienceaN2021aNfolaNffekmm 3.2 0

13 MolecularNzynamicsNStudyNofNtheN–ffectNofNyarbonNwtomsNonNtheNSurfaceNTensionNofNSiliconâ��carbonN
wlloycNISIJTInternationalaN2020aNleaNfoobgei 1.7

12
NumericalNSimulationNofNTwobdimensionalNMeniscusNSurfaceNandNItsNwpplicationNtoN–stimationNofN
WettingNxehaviorNbetweenNSolidNSubstrateNandNMeltcNTetsumTomHaganeoJournalTofTtheTIronTandTSteelT
InstituteTofTJapanaN2010aNolaNfhnbfie

0.5

11
MolecularNzynamicsNofNNucleationNProcessNofNSinglebWalledNyarbonNNanotubesNinNyatalyticNyVzN
MethodcNxxpmprTNihonTKikaiTGakkaiTRonbunsh¯«TTransactionsTofTtheTJapanTSocietyTofTMechanicalT
EngineersTSeriesTBTBmhenaN2006aNmgaNgkekbgkfg

10
TheN–ffectNofNyatalyticNMetalsNofNVariousN–lementsNinNNucleationNProcessNofNSinglebWalledNyarbonN
NanotubescNxxpmprTNihonTKikaiTGakkaiTRonbunsh¯«TTransactionsTofTtheTJapanTSocietyTofTMechanicalT
EngineersTSeriesTBTBmhenaN2006aNmgaNgkfhbgkfn

9
MolecularNzynamicsNSimulationNofNNucleationNProcessNofNSinglebWalledNyarbonNNanotubesNfromNaN
MetalNylusterNonNaNSubstratecNxxpmprTNihonTKikaiTGakkaiTRonbunsh¯«TTransactionsTofTtheTJapanT
SocietyTofTMechanicalTEngineersTSeriesTBTBmhenaN2006aNmgaNgkfobgkgh

8
MolecularNzynamicsNofNGenerationNProcessNofNzoublebWalledNyarbonNNanotubesNfromNPeapodscN
xxpmprTNihonTKikaiTGakkaiTRonbunsh¯«TTransactionsTofTtheTJapanTSocietyTofTMechanicalTEngineersT
SeriesTBTBmhenaN2005aNmfaNgffmbgfgg

7 HighNPerformanceNyomputingNofNSolidificationNMicrostructuresNandN–mergenceNofNyrossbscaleN
wpproachcNMateriaTJapanaN2020aNkoaNfhobfii 0.1

6 fflNwNphasebfieldNmodelNforNelectrochemicalNprocessescNTheTProceedingsTofTtheTComputationalT
MechanicsTConferenceaN2008aNgeencgfaNfgmbfgn 0

5 hinN–ffectsNofNcatalystNdifferenceNinNproductionNofNSWNTNbyNlaserNablationcNTheTProceedingsTofTtheT
JSMETAnnualTMeetingaN2008aNgeencnaNokbol

4 VariationalNformulationNofNquantitativeNphasebfieldNmodelcNTheTProceedingsTofTtheTComputationalT
MechanicsTConferenceaN2016aNgeflcgoaNi_fhh 0

3 HierarchicalNylusteringNofNStructuralNandN–lectronicNyharacteristicsNObtainedNfromNMolecularN
zynamicsNSimulationNofNyatalyticNReactionNonNMetalNNanoparticlecNMaterialsTTransactionsaN2021aNlgaNngobnhk1.3

2 wtomisticNSimulationNofNtheNInteractionNxetweenNPointNzefectsNandNTwinNxoundaryNWPhyscNStatusN
SolidiNxNodgefnYcNPhysicaTStatusTSolidiThBizTBasicTResearchaN2018aNgkkaNfnmefhh 1.3

1 InverseNanalysisNofNanisotropyNofNsolidbliquidNinterfacialNfreeNenergyNbasedNonNmachineNlearningcN
ComputationalTMaterialsTScienceaN2022aNgemaNfffgoi 3.2
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