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j Paper IF Citations

179 MolecularLdynamicsLsimulationLofLtheLshockLresponseLofLmaterialskLrLtutorialZLJournalgofgAppliedg
PhysicsXL2022XLacaXL]eaa]a 2.5 3

178 PhaseYfieldLmodelingLofLcarbonLfiberLoxidationLcoupledLwithLheatLconductionZLComputationalg
MaterialsgScienceXL2022XLb]dXLaaaaef 3.2 1

177 ThermalLconductivityLofLtheLnLnLaâ��eLandLa]LmembersLofLtheLT∕rTiécUn∕réL−uddlesdenâ��PopperL
superlatticesZLAppliedgPhysicsgLettersXL2021XLaahXL]iai]d 3.4 4

176 vffectLofLtheLinitialLtemperatureLonLtheLshockLresponseLofLtue]Zre]LbulkLmetallicLglassLbyL
molecularLdynamicsLsimulationZLJournalgofgAppliedgPhysicsXL2021XLabiXLafea]c 2.5 5

175 xenerationLandLcharacterizationLofLanLimprovedLcarbonLfiberLmodelLbyLmolecularLdynamicsZLCarbonXL
2021XLagcXLbcbYbdd 10.4 7

174 TheLinfluenceLofLalloyingLonLtheLstackingLfaultLenergyLofLgoldLfromLdensityLfunctionalLtheoryL
calculationsZLComputationalgMaterialsgScienceXL2021XLahhXLaa]bcf 3.2 3

173 yeterometallicLrctinideYtontainingLPhotoresponsiveLMetalYérganicLwrameworkskLuynamicLandL
∕taticLTuningLofLvlectronicLPropertiesZLAngewandtegChemiegvgInternationalgEditionXL2021XLf]XLh]gbYh]h] 16.4 13

172 yeterometallicLrctinideYtontainingLPhotoresponsiveLMetalYérganicLwrameworkskLuynamicLandL
∕taticLTuningLofLvlectronicLPropertiesZLAngewandtegChemieXL2021XLaccXLhaebYhaf] 3.6 3

171 °atticeLstabilityLandLpointLdefectLenergeticsLofLTi∕ibLandLTixebLallotropesLfromLfirstYprinciplesL
calculationsZLJournalgofgAppliedgPhysicsXL2021XLabiXL]hea]d 2.5 1

170 yighYtemperatureLoxidationLofLcarbonLfiberLandLcharLbyLmolecularLdynamicsLsimulationZLCarbonXL
2021XLaheXLddiYdfc 10.4 3

169 vlectronicLstructuresLandLmagnetismLofLZrYXLThYXLandLΣYbasedLmetalYorganicLframeworksLTMéwsULbyL
densityLfunctionalLtheoryZLComputationalgMaterialsgScienceXL2020XLahdXLa]ii]c 3.2 7

168 yeterometallicLmultinuclearLnodesLdirectingLMéwLelectronicLbehaviorZLChemicalgScienceXL2020XLaaXLgcgiYgchi9.4 5

167 NanoindentationLofLZrybLbyLmolecularLdynamicsLsimulationZLJournalgofgNucleargMaterialsXL2020XLed]XLaebcia3.3

166 ThermodynamicsLandLkineticsLofLorderedLandLdisorderedLtu[ruLalloysLfromLfirstLprinciplesL
calculationsZLJournalgofgAlloysgandgCompoundsXL2019XLh]iXLaeafae 5.7 2

165
ThermodynamicsLandLvlectronicLPropertiesLofLyeterometallicLMultinuclearLrctinideYtontainingL
MetalYérganicLwrameworksLwithLN∕tructuralLMemoryNZLJournalgofgthegAmericangChemicalgSocietyXL
2019XLadaXLaafbhYaafd]

16.4 42

164 αoidLcollapseLandLsubsequentLspallationLinLtue]Zre]LmetallicLglassLunderLshockLloadingLbyL
molecularLdynamicsLsimulationsZLJournalgofgAppliedgPhysicsXL2019XLabeXLbaei]c 2.5 7

163 ∕tabilityLofLepitaxialLpseudocubicLgroupLzαYαLsemiconductorsZLJournalgofgVacuumgSciencegandg
TechnologygB:NanotechnologygandgMicroelectronicsXL2019XLcgXL]e]f]b 1.3
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162 ∕equestrationLofL−adionuclidesLinLMetalâ��érganicLwrameworksLfromLuensityLwunctionalLTheoryL
talculationsZLJournalgofgPhysicalgChemistrygCXL2019XLabcXLbfhdbYbfhee 3.8 5

161 uynamicsLofLgraphene[rlLinterfacesLusingLtéMscLpotentialsZLPhysicalgReviewgMaterialsXL2019XLcXL 3.2 2

160 TheLtonundrumLofL−elaxationLαolumesLinLwirstYPrinciplesLtalculationsLofLthargedLuefectsLinLΣébZL
AppliedgSciencesgpSwitzerlandrXL2019XLiXLebgf 2.6 7

159 °atticeLthermalLconductivityLofLquartzLatLhighLpressureLandLtemperatureLfromLtheLsoltzmannL
transportLequationZLJournalgofgAppliedgPhysicsXL2019XLabfXLbaea]f 2.5 0

158 évercomingLtheLznterfacialL°atticeLMismatchkLxeometryLtontrolLofLxoldâ��NickelLsimetallicL
yeteronanostructuresZLParticlegandgParticlegSystemsgCharacterizationXL2018XLceXLag]]cfa 3.1 4

157 thargeLéptimizedLManyLsodyLTtéMsULpotentialsLforLsimulationLofLnuclearLfuelLandLcladZL
ComputationalgMaterialsgScienceXL2018XLadhXLbcaYbda 3.2 14

156 TitaniumYtarbideLwormationLatLuefectiveLturvedLxrapheneYTitaniumLznterfacesZLMRSgAdvancesXL
2018XLcXLdegYdfb 0.7 4

155 vffectsLofLgrainLboundariesLonLirradiationYinducedLdefectsLinLtungstenLbyLmolecularLdynamicsL
simulationsZLJournalgofgIrongandgSteelgResearchgInternationalXL2018XLbeXLb]]Yb]f 1.2 2

154 TheLevolutionLofLinteractionLbetweenLgrainLboundaryLandLirradiationYinducedLpointLdefectskL
∕ymmetricLtiltLxsLinLtungstenZLJournalgofgNucleargMaterialsXL2018XLe]]XLdbYdi 3.3 13

153 xalvanicL−eplacementYurivenLTransformationsLofLrtomicallyLzntermixedLsimetallicLtolloidalL
NanocrystalskLvffectsLofLtompositionalL∕toichiometryLandL∕tructuralLérderingZLLangmuirXL2018XLcdXLdcd]Ydce]4 10

152 ∕hockLcompressionLofLtuLxLZra]]â��xLmetallicLglassesLfromLmolecularLdynamicsLsimulationsZLJournalg
ofgMaterialsgScienceXL2018XLecXLegaiYegcb 4.3 13

151 yierarchicalLMaterialsLasLTailoredLNuclearLδasteLwormskLrLPerspectiveZLChemistrygofgMaterialsXL2018XL
c]XLddgeYddhh 9.6 69

150 vntropyLcontributionsLtoLphaseLstabilityLinLbinaryLrandomLsolidLsolutionsZLNpjgComputationalg
MaterialsXL2018XLdXL 10.9 33

149 rtomicYlevelLdeformationLofLtuxZra]]YxLmetallicLglassesLunderLshockLloadingZLJournalgofgAppliedg
PhysicsXL2018XLabcXLbaea]a 2.5 14

148 NanoindentationLofLZrébLandLZréb[ZrLsystemsLbyLmolecularLdynamicsLsimulationZLJournalgofg
NucleargMaterialsXL2017XLdhfXLbe]Ybff 3.3 15

147 rdhesionLandLdiffusionLatLTiN[TiébLinterfaceskLrLfirstLprinciplesLstudyZLComputationalgMaterialsg
ScienceXL2017XLac]XLbdiYbef 3.2 11

146 MechanisticLmaterialsLmodelingLforLnuclearLfuelLperformanceZLAnnalsgofgNucleargEnergyXL2017XLa]eXLaaYbd1.7 41

145 xrapheneYTitaniumLznterfacesLfromLMolecularLuynamicsL∕imulationsZLACSgAppliedgMaterialsgnamp;g
InterfacesXL2017XLiXLccbhhYccbig 9.5 27
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144 MetricLforLstrongLintrinsicLfourthYorderLphononLanharmonicityZLPhysicalgReviewgBXL2017XLieXL 3.3 19

143 rLthirdYgenerationLchargeLoptimizedLmanyLbodyLTtéMscULpotentialLforLnitrogenYcontainingLorganicL
moleculesZLComputationalgMaterialsgScienceXL2017XLaciXLaecYafa 3.2 7

142 uynamicalLpropertiesLofLrlNLnanostructuresLandLheterogeneousLinterfacesLpredictedLusingLtéMsL
potentialsZLComputationalgMaterialsgScienceXL2016XLaacXLh]Yhg 3.2 13

141 °atticeLexpansionLbyLintrinsicLdefectsLinLuraniumLbyLmolecularLdynamicsLsimulationZLJournalgofg
NucleargMaterialsXL2016XLdgeXLfYah 3.3 8

140 PotentialLéptimizationL∕oftwareLforLMaterialsLTPé∕MatUZLComputergPhysicsgCommunicationsXL2016XL
b]cXLb]aYbaa 4.2 11

139 NanoindentationLofLgoldLandLgoldLalloysLbyLmolecularLdynamicsLsimulationZLMaterialsgSciencegnamp;g
EngineeringgA:gStructuralgMaterials:gPropertiesugMicrostructuregandgProcessingXL2016XLfeaXLcdfYceg 5.3 39

138 uepinningLofLtheLferroelectricLdomainLwallLinLcongruentL°iNbécZLAppliedgPhysicsgLettersXL2016XLa]iXL]hbi]e3.4 6

137 vlasticLandLthermalLpropertiesLofLhexagonalLperovskitesZLComputationalgMaterialsgScienceXL2016XL
abbXLaciYade 3.2 7

136 PropertiesLofLTi[TitLznterfacesLfromLMolecularLuynamicsL∕imulationsZLJournalgofgPhysicalgChemistryg
CXL2016XLab]XLabec]Yabech 3.8 21

135 yomogeneousLhydrideLformationLpathLinL˛–YZrkLMolecularLdynamicsLsimulationsLwithLtheL
chargeYoptimizedLmanyYbodyLpotentialZLActagMaterialiaXL2016XLaaaXLcegYcfe 8.4 27

134 vffectLofL∕urfaceLthemistryLonLδaterLznteractionLwithLtuTaaaUZLLangmuirXL2016XLcbXLh]faYg] 4 13

133 thargeLoptimizedLmanyYbodyLTtéMsULpotentialLforLdynamicalLsimulationLofLNiYrlLphasesZLJournalgofg
PhysicsgCondensedgMatterXL2015XLbgXLccfc]b 1.8 4

132 thargeLoptimizedLmanyYbodyLTtéMsULpotentialLforLrlbécLmaterialsXLinterfacesXLandL
nanostructuresZLJournalgofgPhysicsgCondensedgMatterXL2015XLbgXLc]e]]d 1.8 7

131 vffectLofLTemperatureLonLtheLwrictionLandLδearLofLPTwvLbyLrtomicY°evelL∕imulationZLTribologyg
LettersXL2015XLehXLa 2.8 23

130 zmpactLofLhomogeneousLstrainLonLuraniumLvacancyLdiffusionLinLuraniumLdioxideZLPhysicalgReviewgBXL
2015XLiaXL 3.3 23

129 ueformationLprocessesLinLpolycrystallineLZrLbyLmolecularLdynamicsLsimulationsZLJournalgofgNuclearg
MaterialsXL2015XLdfbXLadgYaei 3.3 21

128 NanoindentationLofLZrLbyLmolecularLdynamicsLsimulationZLJournalgofgNucleargMaterialsXL2015XLdfgXLgdbYgeg3.3 22

127 rnisotropyLinLoxidationLofLzirconiumLsurfacesLfromLdensityLfunctionalLtheoryLcalculationsZL
ComputationalgMaterialsgScienceXL2015XLihXLaabYaaf 3.2 13
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126 vffectLofLporesLandLyeLbubblesLonLtheLthermalLtransportLpropertiesLofLΣébLbyLmolecularLdynamicsL
simulationZLJournalgofgNucleargMaterialsXL2015XLdefXLbecYbei 3.3 23

125 rnharmonicLpropertiesLinLMgbXLTXntX∕iXxeX∕nXPbULfromLfirstYprinciplesLcalculationsZLPhysicalgReviewg
BXL2015XLibXL 3.3 10

124 tomputationalLdiscoveryLofLlanthanideLdopedLandLtoYdopedLYcrleéabLforLoptoelectronicL
applicationsZLAppliedgPhysicsgLettersXL2015XLa]gXLaaba]i 3.4 9

123 PhononLTransportL∕imulatorLTPhonT∕UZLComputergPhysicsgCommunicationsXL2015XLaibXLaifYb]d 4.2 51

122 thargeLoptimizedLmanyYbodyLpotentialLforLaluminumZLJournalgofgPhysicsgCondensedgMatterXL2015XL
bgXL]ae]]c 1.8 5

121 rnLabLinitioLinvestigationLofLtheLeffectLofLalloyingLelementsLonLtheLelasticLpropertiesLandLmagneticL
behaviorLofLNicrlZLComputationalgMaterialsgScienceXL2015XLa]aXLciYdf 3.2 22

120 ThermalLtonductivityLinLNanocrystallineLteriaLThinLwilmsZLJournalgofgthegAmericangCeramicgSocietyXL
2014XLigXLefbYefi 3.8 50

119 NanoscaleLthermalLtransportZLzzZLb]]câ��b]abZLAppliedgPhysicsgReviewsXL2014XLaXL]aac]e 17.3 1050

118 tuLclusterLdepositionLonLZnéa]a´fl]kLMorphologyLandLgrowthLmodeLpredictedLfromLmolecularL
dynamicsLsimulationsZLSurfacegScienceXL2014XLfbaXLa]iYaaf 1.8 16

117 rLMechanismLforLTiébLwormationLonL∕teppedLTiNT]]aULfromLwirstYPrinciplesLtalculationsZLJournalgofg
PhysicalgChemistrygCXL2014XLaahXLchdYchh 3.8 7

116 PhononLdensityLofLstatesLandLanharmonicityLofLΣébZLPhysicalgReviewgBXL2014XLhiXL 3.3 37

115 rLchargeLoptimizedLmanyYbodyLTtéMsULpotentialLforLtitaniumLandLtitaniaZLJournalgofgPhysicsg
CondensedgMatterXL2014XLbfXLcae]]g 1.8 20

114 znteractionLbetweenLvoidsLandLgrainLboundariesLinLΣébLbyLmolecularYdynamicsLsimulationZLJournalg
ofgNucleargMaterialsXL2014XLddhXLecYfa 3.3 7

113 MechanismsLofLZrLsurfaceLcorrosionLdeterminedLviaLmolecularLdynamicsLsimulationsLwithL
chargeYoptimizedLmanyYbodyLTtéMsULpotentialsZLJournalgofgNucleargMaterialsXL2014XLdebXLbheYbie 3.3 22

112 −oleLofLcyberinfrastructureLinLeducatingLtheLnextLgenerationLofLcomputationalLmaterialsLscientistsZL
IntegratinggMaterialsgandgManufacturinggInnovationXL2014XLcXLheYhi 2.9

111 tlassicalLatomisticLsimulationsLofLsurfacesLandLheterogeneousLinterfacesLwithLtheLchargeYoptimizedL
manyLbodyLTtéMsULpotentialsZLMaterialsgSciencegandgEngineeringgReportsXL2013XLgdXLbeeYbgi 30.9 167

110 ΣncertaintyL₃uantificationLinLMultiscaleL∕imulationLofLMaterialskLrLProspectiveZLAnnualgReviewgofg
MaterialsgResearchXL2013XLdcXLaegYahb 12.8 74

109 ∕urfaceLdiffusionLonL∕rTiécLTa]]UkLrLtemperatureLacceleratedLdynamicsLandLfirstLprinciplesLstudyZL
SurfacegScienceXL2013XLfagXLbcgYbda 1.8 9
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108 wittingLempiricalLpotentialskLthallengesLandLmethodologiesZLCurrentgOpiniongingSolidgStategandg
MaterialsgScienceXL2013XLagXLbfcYbg] 12 39

107 N∕wLcyberinfrastructureskLrLnewLparadigmLforLadvancingLmaterialsLsimulationZLCurrentgOpinionging
SolidgStategandgMaterialsgScienceXL2013XLagXLbihYc]d 12 25

106 PhononYmediatedLthermalLtransportkLtonfrontingLtheoryLandLmicroscopicLsimulationLwithL
experimentZLCurrentgOpiniongingSolidgStategandgMaterialsgScienceXL2013XLagXLaYi 12 22

105 vffectsLofLedgeLdislocationsLonLthermalLtransportLinLΣébZLJournalgofgNucleargMaterialsXL2013XLdcdXLb]cYb]i3.3 38

104 thargeYoptimizedLmanyYbodyLTtéMsULpotentialLforLzirconiumZLJournalgofgNucleargMaterialsXL2013XL
ddaXLbgdYbgi 3.3 20

103 −oleLofLelectronicLeffectsLonLtheLincorporationLofLtrLatLaL˛£eLgrainLboundaryLinLΣébZLComputationalg
MaterialsgScienceXL2013XLghXLbiYcc 3.2 2

102 PhononLlifetimeLinvestigationLofLanharmonicityLandLthermalLconductivityLofLΣébLbyLneutronL
scatteringLandLtheoryZLPhysicalgReviewgLettersXL2013XLaa]XLaegd]a 7.4 110

101 ∕egregationLofLrutheniumLtoLedgeLdislocationsLinLuraniumLdioxideZLJournalgofgNucleargMaterialsXL
2013XLddaXLifYa]b 3.3 8

100 −eactiveLPotentialsLforLrdvancedLrtomisticL∕imulationsZLAnnualgReviewgofgMaterialsgResearchXL2013XL
dcXLa]iYabi 12.8 147

99 rLchargeYoptimizedLmanyYbodyLpotentialLforLtheLΣYΣébYébLsystemZLJournalgofgPhysicsgCondensedg
MatterXL2013XLbeXLe]ed]a 1.8 15

98 sandLgapLandLstructureLofLsingleLcrystalLsizckL−esolvingLdiscrepanciesLinLliteratureZLJournalgofg
AppliedgPhysicsXL2013XLaadXL]ccaa] 2.5 86

97 ThermalLconductivityLofLargonLatLhighLpressureLfromLfirstLprinciplesLcalculationsZLJournalgofgAppliedg
PhysicsXL2013XLaadXL]fdi]b 2.5 12

96 °ocalLprobingLofLtheLinteractionLbetweenLintrinsicLdefectsLandLferroelectricLdomainLwallsLinLlithiumL
niobateZLAppliedgPhysicsgLettersXL2013XLa]bXL]dbi]e 3.4 16

95 TheLroleLofLchargeLandLionicLradiusLonLfissionLproductLsegregationLtoLaLmodelLΣébLgrainLboundaryZL
JournalgofgAppliedgPhysicsXL2013XLaacXLacdi]b 2.5 19

94 rtomisticLstudyLofLgrainLboundaryLsinkLstrengthLunderLprolongedLelectronLirradiationZLJournalgofg
NucleargMaterialsXL2012XLdbbXLfiYgf 3.3 36

93 uesignLofL°owLδearLPolymerLtompositesZLTribologygLettersXL2012XLdeXLgiYhg 2.8 7

92 °owLthermalLconductivityLoxidesZLMRSgBulletinXL2012XLcgXLiagYibb 3.2 222

91 αariableLchargeLmanyYbodyLinteratomicLpotentialsZLMRSgBulletinXL2012XLcgXLe]dYeab 3.2 48
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90 αariableLchargeLreactiveLpotentialLforLhydrocarbonsLtoLsimulateLorganicYcopperLinteractionsZL
JournalgofgPhysicalgChemistrygAXL2012XLaafXLgigfYia 2.8 76

89 rtomisticLsimulationsLofLtheLadsorptionLandLmigrationLbarriersLofLtuLadatomsLonLZnéLsurfacesL
usingLtéMsLpotentialsZLSurfacegScienceXL2012XLf]fXLabh]Yabhh 1.8 26

88 triticalLassessmentLofLΣébLclassicalLpotentialsLforLthermalLconductivityLcalculationsZLJournalgofg
MaterialsgScienceXL2012XLdgXLgficYgg]b 4.3 46

87 MolecularLdynamicsLinvestigationLofLtheLlubricationLmechanismLofLcarbonLnanoYonionsZL
ComputationalgMaterialsgScienceXL2012XLedXLiaYif 3.2 33

86 triticalLassessmentLofLclassicalLpotentialsLforLMg∕iécLperovskiteLwithLapplicationLtoLthermalL
conductivityLcalculationsZLPhysicsgofgthegEarthgandgPlanetarygInteriorsXL2012XLba]YbaaXLgeYhi 2.3 12

85 ∕olubilityLandLclusteringLofLrutheniumLfissionLproductsLinLuraniumLdioxideLasLdeterminedLbyLdensityL
functionalLtheoryZLPhysicalgReviewgBXL2012XLheXL 3.3 13

84 tlassicalLinteratomicLpotentialLforLorthorhombicLuraniumZLJournalgofgPhysicsgCondensedgMatterXL
2012XLbdXLbced]c 1.8 14

83 uataYurivenLModelLforLvstimationLofLwrictionLtoefficientLαiaLznformaticsLMethodsZLTribologygLettersXL
2012XLdgXLbaaYbba 2.8 23

82 MolecularLdynamicsLstudyLofLtheLadhesionLofLtu[∕iébLinterfacesLusingLaLvariableYchargeL
interatomicLpotentialZLPhysicalgReviewgBXL2011XLhcXL 3.3 42

81 ∕toichiometryLofLtheL°aweécLT]a]ULsurfaceLdeterminedLfromLfirstYprinciplesLandLthermodynamicL
calculationsZLPhysicalgReviewgBXL2011XLhcXL 3.3 29

80 rtomisticLsimulationsLofLcopperLoxidationLandLtu[tubéLinterfacesLusingLchargeYoptimizedL
manyYbodyLpotentialsZLPhysicalgReviewgBXL2011XLhdXL 3.3 59

79 rLtellularLrutomatonLrpproachLtoLtheL∕imulationLofLrctiveL∕elfYrssemblyLofL¯inesinYPoweredL
MolecularL∕huttlesZLJournalgofgComputationalgandgTheoreticalgNanoscienceXL2011XLhXLaiiiYb]]e 0.3 7

78 MicrotubuleLnanospoolLformationLbyLactiveLselfYassemblyLisLnotLinitiatedLbyLthermalLactivationZLSoftg
MatterXL2011XLgXLca]hYcaae 3.6 30

77 xrainLsoundariesLinLΣraniumLuioxidekL∕canningLvlectronLMicroscopyLvxperimentsLandLrtomisticL
∕imulationsZLJournalgofgthegAmericangCeramicgSocietyXL2011XLidXLahicYai]] 3.8 66

76 ∕tabilizationLMechanismsLofL°aweécLT]a]UL∕urfacesLueterminedLwithLwirstLPrinciplesLtalculationsZL
JournalgofgthegAmericangCeramicgSocietyXL2011XLidXLaicaYaici 3.8 13

75 PhononYMediatedLThermalLtonductivityLinLzonicL∕olidsLbyL°atticeLuynamicsYsasedLMethodsZLJournalg
ofgthegAmericangCeramicgSocietyXL2011XLidXLcebcYceca 3.8 22

74 vffectLofLinversionLonLthermoelasticLandLthermalLtransportLpropertiesLofLMgrlbédLspinelLbyL
atomisticLsimulationZLJournalgofgMaterialsgScienceXL2011XLdfXLeeYfb 4.3 21

73 znfluenceLofLtheLMolecularL°evelL∕tructureLofLPolyethyleneLandLPolytetrafluoroethyleneLonLTheirL
TribologicalL−esponseZLTribologygLettersXL2011XLdbXLaicYb]a 2.8 20
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72 ThermalLconductivityLofLΣébLfuelkLPredictingLfuelLperformanceLfromLsimulationZLJomXL2011XLfcXLgcYgi 2.1 12

71 vffectLofLfluorocarbonLmoleculesLconfinedLbetweenLslidingLselfYmatedLPTwvLsurfacesZLLangmuirXL
2011XLbgXLiia]Yi 4 7

70 vnergeticsLofLéxidationLinLMo∕bLNanoparticlesLbyLuensityLwunctionalLTheoryZLJournalgofgPhysicalg
ChemistrygCXL2011XLaaeXLa]f]fYa]faf 3.8 42

69 ModelingLreactionLpathwaysLofLlowLenergyLparticleLdepositionLonLthiopheneLviaLabLinitioL
calculationsZLChemicalgPhysicsgLettersXL2011XLea]XLaigYb]a 2.5 2

68 ∕tructureLandLenergeticsLofLah]´°LdomainLwallsLinLPbTiécLbyLdensityLfunctionalLtheoryZLJournalgofg
PhysicsgCondensedgMatterXL2011XLbcXLagei]b 1.8 37

67 ∕hapeLofLferroelectricLdomainsLinL°iNbécLandL°iTaécLfromLdefect[domainYwallLinteractionsZL
AppliedgPhysicsgLettersXL2011XLihXL]ibi]c 3.4 18

66 PrefaceLtoL∕pecialLTopickL∕electedLPapersLfromLtheLwourthLznternationalLtonferenceLonLMultiscaleL
MaterialsLModelingXLTallahasseeXLwloridaXLΣ∕rXLb]]hZLJournalgofgAppliedgPhysicsXL2010XLa]gXL]fag]a 2.5

65 ∕tructureLandLenergeticsLofLferroelectricLdomainLwallsLinL°iNbécLfromLatomicYlevelLsimulationsZL
PhysicalgReviewgBXL2010XLhbXL 3.3 42

64 ZhaoLetLalZL−eplykZLPhysicalgReviewgLettersXL2010XLa]eXL 7.4 1

63 MolecularLdynamicsLsimulationsLofL∕rTiécLthinYfilmLgrowthLfromLclusterLdepositionZLJournalgofg
PhysicsgCondensedgMatterXL2010XLbbXL]de]]a 1.8 4

62 vvaluationLofLcomputationalLtechniquesLforLsolvingLtheLsoltzmannLtransportLequationLforLlatticeL
thermalLconductivityLcalculationsZLPhysicalgReviewgBXL2010XLhbXL 3.3 53

61 PublisherSsLNotekL∕econdYgenerationLchargeYoptimizedLmanyYbodyLpotentialLforL∕i[∕iébLandL
amorphousLsilicaL[PhysZL−evZLsLhbXLbcec]bLTb]a]U]ZLPhysicalgReviewgBXL2010XLhbXL 3.3 3

60 thargeYoptimizedLmanyYbodyLpotentialLforLtheLhafnium[hafniumLoxideLsystemZLPhysicalgReviewgBXL
2010XLhaXL 3.3 109

59 ∕econdYgenerationLchargeYoptimizedLmanyYbodyLpotentialLforL∕i[∕iébLandLamorphousLsilicaZL
PhysicalgReviewgBXL2010XLhbXL 3.3 79

58 ∕tructureLandLdiffusionLofLintrinsicLdefectLcomplexesLinL°iNbéâ��LfromLdensityLfunctionalLtheoryL
calculationsZLJournalgofgPhysicsgCondensedgMatterXL2010XLbbXLace]]b 1.8 30

57 ∕tabilityLandLchargeLtransferLlevelsLofLextrinsicLdefectsLinL°iNbécZLPhysicalgReviewgBXL2010XLhbXL 3.3 38

56 znteractionsLofLuefectsLandLuomainLδallsLinL°iNbécâ��LznsightsLfromL∕imulationsZLIOPgConferenceg
Series:gMaterialsgSciencegandgEngineeringXL2010XLaeXL]ab]]c 0.4 2

55 vffectLofLionicLpolarizabilityLonLoxygenLdiffusionLinL˛·YsibécLfromLatomisticLsimulationZLIonicsXL2010XL
afXLbigYc]c 2.7 19

Simon R Phillpot

8



54 rnisotropicLthermalLpropertiesLinLorthorhombicLperovskitesZLJournalgofgMaterialsgScienceXL2010XLdeXLafhYagf4.3 14

53 rLcriticalLassessmentLofLinteratomicLpotentialsLforLceriaLwithLapplicationLtoLitsLelasticLpropertiesZL
SolidgStategIonicsXL2010XLahaXLeeaYeef 3.3 39

52 ∕tructureLandLenergeticsLofLvrLdefectsLinL°iNbécLfromLfirstYprinciplesLandLthermodynamicL
calculationsZLPhysicalgReviewgBXL2009XLh]XL 3.3 33

51 TransitionLfromLthermalLtoLathermalLfrictionLunderLcryogenicLconditionsZLPhysicalgReviewgLettersXL
2009XLa]bXLahfa]b 7.4 58

50 ¯ineticallyLevolvingLirradiationYinducedLpointLdefectLclustersLinLΣébLbyLmolecularLdynamicsL
simulationZLPhysicalgReviewgBXL2009XLh]XL 3.3 35

49 MixedLslochYNˆ'elYzsingLcharacterLofLah]´°LferroelectricLdomainLwallsZLPhysicalgReviewgBXL2009XLh]XL 3.3 121

48 trossoverLinLthermalLtransportLpropertiesLofLnaturalXLperovskiteYstructuredLsuperlatticesZLAppliedg
PhysicsgLettersXL2009XLieXLafai]f 3.4 41

47 rLcomputationalLstudyLofL∕rTiécLthinLfilmLdepositionkLMorphologyLandLgrowthLmodesZLJournalgofg
MaterialsgResearchXL2009XLbdXLaiidYb]]] 2.5 2

46 ThermalLtransportLinLpolyethyleneLandLatLpolyethyleneYdiamondLinterfacesLinvestigatedLusingL
molecularLdynamicsLsimulationZLJournalgofgPhysicsgCondensedgMatterXL2009XLbaXL]hdbai 1.8 31

45 TheLeffectLofLnormalLloadLonLpolytetrafluoroethyleneLtribologyZLJournalgofgPhysicsgCondensedg
MatterXL2009XLbaXLaddb]a 1.8 25

44 ¯ineticallyLdrivenLpointYdefectLclusteringLinLirradiatedLMgéLbyLmolecularYdynamicsLsimulationZL
ScriptagMaterialiaXL2009XLf]XLfiaYfid 5.6 16

43 MorphologyLandLgrowthLmodesLofLmetalYoxidesLdepositedLonL∕rTiécZLSurfacegScienceXL2009XLf]cXLhgcYhh]1.8 11

42 ThermalLTransportLinLéffY∕toichiometricLΣraniumLuioxideLbyLrtomicL°evelL∕imulationZLJournalgofg
thegAmericangCeramicgSocietyXL2009XLibXLhe]Yhef 3.8 47

41 vnergeticsLofLintrinsicLpointLdefectsLinLuraniumLdioxideLfromLelectronicYstructureLcalculationsZL
JournalgofgNucleargMaterialsXL2009XLchdXLfaYfi 3.3 118

40 ∕tructureLofL˛·YsibécLfromLdensityLfunctionalLtheorykLrLsystematicLcrystallographicLanalysisZLJournalg
ofgSolidgStategChemistryXL2009XLahbXLabbbYabbh 3.3 14

39 éptimizedLmanyLbodyLpotentialLforLfccLmetalsZLPhilosophicalgMagazinegLettersXL2009XLhiXLacfYadd 1 22

38 ParametrizationLofLaLreactiveLmanyYbodyLpotentialLforLMoâ��∕LsystemsZLPhysicalgReviewgBXL2009XLgiXL 3.3 198

37 MaterialsLscienceZL∕imulatingLmultifunctionalLstructuresZLScienceXL2009XLcbeXLafcdYe 33.3 32
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36 xrainYboundaryLsource[sinkLbehaviorLforLpointLdefectskLrnLatomisticLsimulationLstudyZLInternationalg
JournalgofgMaterialsgResearchXL2009XLa]]XLee]Yeee 0.5 25

35 TowardLanLrtomisticallyLznformedLwuelLPerformanceLtodekLThermalLPropertiesLΣsingLw−rPtéNLandL
MolecularLuynamicsL∕imulationZLNucleargTechnologyXL2009XLafeXLc]hYcab 1.4 6

34 ∕tabilityLofLintrinsicLdefectsLandLdefectLclustersLinL°iNbécLfromLdensityLfunctionalLtheoryL
calculationsZLPhysicalgReviewgBXL2008XLghXL 3.3 96

33 wirstYprinciplesLdeterminationLofLstaticLpotentialLenergyLsurfacesLforLatomicLfrictionLinLMo∕bLandL
MoécZLPhysicalgReviewgBXL2008XLggXL 3.3 89

32 vffectLofLtheLslidingLorientationLonLtheLtribologicalLpropertiesLofLpolyethyleneLinLmolecularL
dynamicsLsimulationsZLJournalgofgAppliedgPhysicsXL2008XLa]cXL]hce]b 2.5 29

31 ThermalLtransportLpropertiesLofLMgéLandLNdbZrbégLpyrochloreLbyLmolecularLdynamicsLsimulationZL
JournalgofgNucleargMaterialsXL2008XLch]XLaYg 3.3 24

30 ThermalLtransportLpropertiesLofLuraniumLdioxideLbyLmolecularLdynamicsLsimulationsZLJournalgofg
NucleargMaterialsXL2008XLcgeXLchhYcif 3.3 81

29 αacancyYérderedL∕tructureLofLtubicLsismuthLéxideLfromL∕imulationLandLtrystallographicLrnalysisZL
JournalgofgthegAmericangCeramicgSocietyXL2008XLiaXLbcdiYbcef 3.8 36

28 thargeLoptimizedLmanyYbodyLpotentialLforLtheL∕iâ��∕iébLsystemZLPhysicalgReviewgBXL2007XLgeXL 3.3 132

27 vffectLofLsimulationLconditionsLonLfrictionLinLpolytetrafluoroethyleneLTPTwvUZLJournalgofg
ComputervAidedgMaterialsgDesignXL2007XLadXLbciYbdf 10

26 ThermalLconductanceLacrossLgrainLboundariesLinLdiamondLfromLmolecularLdynamicsLsimulationZL
JournalgofgAppliedgPhysicsXL2007XLa]bXL]fce]c 2.5 43

25 ∕lidingLorientationLeffectsLonLtheLtribologicalLpropertiesLofLpolytetrafluoroethyleneZLJournalgofg
AppliedgPhysicsXL2007XLa]bXLabce]i 2.5 43

24 znteratomicLpotentialLforLtheLstructureLandLenergeticsLofLtetrahedrallyLcoordinatedLsilicaL
polymorphsZLPhysicalgReviewgBXL2007XLgeXL 3.3 9

23 rtomicY°evelL∕imulationLofLwerroelectricityLinLéxideskLturrentL∕tatusLandLépportunitiesZLAnnualg
ReviewgofgMaterialsgResearchXL2007XLcgXLbciYbg] 12.8 27

22 trossoverLinLthermalLtransportLmechanismLinLnanocrystallineLsiliconZLAppliedgPhysicsgLettersXL2006XL
hhXLadai]h 3.4 7

21 znterfacialLphononLscatteringLinLsemiconductorLnanowiresLbyLmolecularYdynamicsLsimulationZL
JournalgofgAppliedgPhysicsXL2006XLiiXLabcgae 2.5 28

20 ThermalLtransportLandLgrainLboundaryLconductanceLinLultrananocrystallineLdiamondLthinLfilmsZL
JournalgofgAppliedgPhysicsXL2006XLiiXLaadc]a 2.5 122

19 αibrationsLandLthermalLtransportLinLnanocrystallineLsiliconZLPhysicalgReviewgBXL2006XLgdXL 3.3 97
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18 rtomicYlevelLsimulationLofLferroelectricityLinLoxideLmaterialsZLCurrentgOpiniongingSolidgStategandg
MaterialsgScienceXL2005XLiXLa]gYaac 12 92

17 rtomisticL∕imulationsLofLMaterialsLwractureLandLtheL°inkLbetweenLrtomicLandLtontinuumL°engthL
∕calesZLJournalgofgthegAmericangCeramicgSocietyXL2005XLhaXLe]aYeaf 3.8 55

16 znterfacialLthermalLconductivitykLznsightsLfromLatomicLlevelLsimulationZLJournalgofgMaterialsgScienceXL
2005XLd]XLcadcYcadh 4.3 18

15 érderYdisorderLbehaviorLinL¯NbécLandL¯Nbéc[¯TaécLsolidLsolutionsLandLsuperlatticesLbyL
molecularYdynamicsLsimulationZLJournalgofgMaterialsgScienceXL2005XLd]XLcbacYcbag 4.3 12

14 zntroductionLtoLthermalLtransportZLMaterialsgTodayXL2005XLhXLahYb] 21.8 11

13 ThermalLbarrierLcoatingLmaterialsZLMaterialsgTodayXL2005XLhXLbbYbi 21.8 664

12 MechanismLofLtheLtubicYtoYTetragonalLPhaseLTransitionLinLZirconiaLandLYttriaY∕tabilizedLZirconiaLbyL
MolecularYuynamicsL∕imulationZLJournalgofgthegAmericangCeramicgSocietyXL2004XLhdXLaf]iYafai 3.8 119

11 °inkingLatomisticLandLmesoscaleLsimulationsLofLnanocrystallineLmaterialskLquantitativeLvalidationL
forLtheLcaseLofLgrainLgrowthZLPhilosophicalgMagazineXL2003XLhcXLcfdcYcfei 1.6 10

10 NanoscaleLthermalLtransportZLJournalgofgAppliedgPhysicsXL2003XLicXLgicYhah 2.5 2204

9 uislocationLprocessesLinLtheLdeformationLofLnanocrystallineLaluminiumLbyLmolecularYdynamicsL
simulationZLNaturegMaterialsXL2002XLaXLdeYh 27 762

8 tomparisonLofLatomicYlevelLsimulationLmethodsLforLcomputingLthermalLconductivityZLPhysicalg
ReviewgBXL2002XLfeXL 3.3 1117

7 ∕calingLbehaviorLofLgrainYrotationYinducedLgrainLgrowthZLPhysicalgReviewgLettersXL2002XLhiXLb]fa]a 7.4 161

6 MechanismLofLThermalLTransportLinLZirconiaLandLYttriaY∕tabilizedLZirconiaLbyLMolecularYuynamicsL
∕imulationZLJournalgofgthegAmericangCeramicgSocietyXL2001XLhdXLbiigYc]]g 3.8 108

5 rtomisticL∕imulationsLofLzntegranularLwractureLinL∕ymmetricYTiltLxrainLsoundariesZLJournalgofg
MaterialsgScienceXL1999XLgXLdeYee 21

4 rtomicY∕caleLMechanismLofLtrackYTipLPlasticitykLuislocationLNucleationLandLtrackYTipL∕hieldingZL
PhysicalgReviewgLettersXL1997XLgiXLac]iYacab 7.4 94

3 énLtheLThermodynamicL∕tabilityLofLrmorphousLzntergranularLwilmsLinLtovalentLMaterialsZLJournalgofg
thegAmericangCeramicgSocietyXL1997XLh]XLgagYgcb 3.8 61

2 xrainLsoundariesLinL∕iliconLfromLZeroLTemperatureLthroughLMeltingZLJournalgofgthegAmericang
CeramicgSocietyXL1990XLgcXLiccYicg 3.8 13

1 vffectsLofLrtomicY°evelLuisorderLatL∕olidLznterfacesZLMRSgBulletinXL1990XLaeXLchYde 3.2 28

(1990-2005)

11



Simon R Phillpot

12


