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242 ΣizeFeffectFonFalloyingFabilityFandFphaseFstabilityFofFimmiscibleFbimetallicFnanoparticlesVFEuropeanc
PhysicalcJournalcBTF2006TFbaTFadfUaea 1.2 137

241 ΣurfaceFΣegregationFandFΣtructuralFseaturesFofFoimetallicFnuâ��−tF–anoparticlesVFJournalcofcPhysicalc
ChemistrycCTF2010TFZZaTFZZX[cUZZX][ 3.8 106

240 nuâ��ngFoimetallicF–anoparticlesgFΣurfaceFΣegregationFandFntomicUΣcaleFΣtructureVFJournalcofc
PhysicalcChemistrycCTF2011TFZZbTFZZ]bbUZZ]c] 3.8 92

239 rlectroreductionFofFparbonFqioxideFqrivenFbyFtheFvntrinsicFqefectsFinFtheFparbonF−laneFofFaFΣingleF
seU–FΣiteVFAdvancedcMaterialsTF2021TF]]TFe[XX][]e 24 92

238 pontrollingFmagnetismFofFzoΣ[FsheetsFbyFembeddingFtransitionUmetalFatomsFandFapplyingFstrainVF
PhysicalcChemistrycChemicalcPhysicsTF2013TFZbTFZeacaUdX 3.6 81

237 nnFatomicFstudyFonFtheFshockUinducedFplasticityFandFphaseFtransitionFforFironUbasedFsingleFcrystalsVF
InternationalcJournalcofcPlasticityTF2014TFbfTFZeXUZfe 7.6 80

236 nFnewFseâ��ueFinteratomicFpotentialFbasedFonFabFinitioFcalculationsFinF˛–UseVFJournalcofcNuclearc
MaterialsTF2011TFaZeTFZZbUZ[X 3.3 75

235 ΣhockwaveFgeneratesFFdislocationFloopsFinFbccFironVFNaturecCommunicationsTF2018TFfTFaeeX 17.4 74

234 ΣingleUlayeredFσ[ bFaFpromisingFcathodeFmaterialFforFrechargeableFyiFandFzgFionFbatteriesgFanFabF
initioFstudyVFPhysicalcChemistrycChemicalcPhysicsTF2013TFZbTFedXbUf 3.6 73

233 −ointUdefectFpropertiesFinFup−FrareFearthFmetalsFwithFanalyticFmodifiedFembeddedFatomF
potentialsVFEuropeancPhysicalcJournalcBTF2003TF]aTFa[fUaaX 1.2 63

232 αemperatureFdependenceFofFatomicFrelaxationFandFvibrationsFforFtheFvicinalF–iOfFdFdPFsurfacegFaF
molecularFdynamicsFstudyVFSurfacecScienceTF2004TFbd[TFa]fUaae 1.8 62

231 qielectricF−olarizationFinFvnverseFΣpinelUΣtructuredFzgFαi FpoatingFtoFΣuppressF xygenFrvolutionF
ofFyiURichFpathodeFzaterialsVFAdvancedcMaterialsTF2020TF][TFe[XXXafc 24 59

230 rvaluatingFpristineFandFmodifiedFΣnΣ[FasFaFlithiumUionFbatteryFanodegFaFfirstUprinciplesFstudyVFACSc
AppliedcMaterialsciamp;cInterfacesTF2015TFdTFaXXXUf 9.5 59

229 qefectUrichFoneUdimensionalFzoΣ[FhierarchicalFarchitectureFforFefficientFhydrogenFevolutiongF
pouplingFofFmultipleFadvantagesFintoFoneFcatalystVFAppliedcCatalysiscB:cEnvironmentalTF2019TF[beTFZZdfca21.8 53

228 RobustFpseudoUcapacitiveFyiUv[FbatteryFenabledFbyFcatalyticTFadsorptiveF–UdopedFgrapheneF
interlayerVFEnergycStoragecMaterialsTF2018TFZaTFZ[fUZ]b 19.4 47

227 qopantFΣegregationFooostingFuighUσoltageFpyclabilityFofFyayeredFpathodeFforFΣodiumFvonF
oatteriesVFAdvancedcMaterialsTF2019TF]ZTFeZfXaeZc 24 46

226 rnhancedFradiationFtoleranceFofFtheF–iUpoUprUseFhighUentropyFalloyFasFrevealedFfromFprimaryF
damageVFActacMaterialiaTF2020TFZfcTFZ]]UZa] 8.4 45
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225 qensityFfunctionalFtheoryFstudyFofFtheFenergeticsTFelectronicFstructureTFandFcoreUlevelFshiftsFofF– F
adsorptionFonFtheF−tOZZZPFsurfaceVFPhysicalcReviewcBTF2009TFdfTF 3.3 43

224 pomparisonFofFtetragonalFandFcubicFtinFasFanodeFforFzgFionFbatteriesVFACScAppliedcMaterialsciamp;c
InterfacesTF2014TFcTFcdecUf 9.5 41

223 zonteFparloFsimulationFofFtheFsurfaceFsegregationFofF−tâ��−dFandF−tâ��vrFalloysFwithFanFanalyticF
embeddedUatomFmethodVFSurfacecScienceTF2002TFbZdTFZddUZeb 1.8 40

222 zolecularFdynamicsFsimulationFofFfatigueFcrackFpropagationFinFbccFironFunderFcyclicFloadingVF
InternationalcJournalcofcFatigueTF2014TFceTF[b]U[bf 5 38

221 pouplingFbetweenFplasticityFandFphaseFtransitionFofFpolycrystallineFironFunderFshockFcompressionsVF
InternationalcJournalcofcPlasticityTF2015TFdZTF[ZeU[]c 7.6 38

220 zodellingFandFsimulationFofFelectronUrichFeffectFonFyiFdiffusionFinFgroupFvσnFelementsFOΣiTFteFandF
ΣnPFforFyiFionFbatteriesVFJournalcofcMaterialscChemistrycATF2014TF[TFZ]fdcUZ]fe[ 13 37

219 ntomisticFstudiesFofFnucleationFofFueFclustersFandFbubblesFinFbccFironVFNuclearcInstrumentscic
MethodscincPhysicscResearchcBTF2013TF]X]TFceUdZ 1.2 36

218 zodifiedFanalyticFrnzFpotentialsFforFtheFbinaryFimmiscibleFalloyFsystemsVFMaterialscScienceciamp;c
EngineeringcA:cStructuralcMaterials:cPropertiesqcMicrostructurecandcProcessingTF2003TF]bbTF]bdU]cd 5.3 36

217 –ewFinteratomicFpotentialsFofFWTFReFandFWUReFalloyFforFradiationFdefectsVFJournalcofcNuclearc
MaterialsTF2018TFbX[TFZaZUZb] 3.3 35

216 uydrogenFstorageFpropertiesFofFdestabilizedFzgu[â��yi]nlucFsystemVFInternationalcJournalcofc
HydrogencEnergyTF2010TF]bTFeZ[[UeZ[f 6.7 35

215 –anochannelFstructuresFinFWFenhanceFradiationFtoleranceVFActacMaterialiaTF2018TFZb]TFZadUZbb 8.4 34

214 qiffusionFofFpoTFRuFandFReFinF–iUbasedFsuperalloysgFnFfirstUprinciplesFstudyVFJournalcofcAlloyscandc
CompoundsTF2014TFbeeTFZc]UZcf 5.7 32

213 qiffusionFofFsmallFueFclustersFinFbulkFandFgrainFboundariesFinF˛–UseVFJournalcofcNuclearcMaterialsTF
2013TFaa[TFΣccdUΣcd] 3.3 29

212 ΣurfaceFΣegregationFandFphemicalF rderingF−atternsFofFngâ��−dF–anoalloysgFrnergeticFsactorsTF
–anoscaleFrffectsTFandFpatalyticFvmplicationVFJournalcofcPhysicalcChemistrycCTF2014TFZZeTF[debXU[decX 3.8 28

211 parbonFmonoxideFadsorptionFandFdissociationFonFznUdecoratedFRhOZZZPFandFRhObb]PFsurfacesgFnF
firstUprinciplesFstudyVFCatalysiscTodayTF2011TFZcXTF[[eU[]] 5.3 26

210 phemicalF rderingFandFΣurfaceFΣegregationFinFpuâ��−tF–anoalloysgFαheFΣynergeticFRolesFinFtheF
sormationFofFzultishellFΣtructuresVFJournalcofcPhysicalcChemistrycCTF2015TFZZfTF[ZbZbU[Zb[d 3.8 25

209 sirstUprinciplesFstudyFofFtheFbindingFpreferencesFandFdiffusionFbehaviorsFofFsolutesFinFvanadiumF
alloysVFJournalcofcAlloyscandcCompoundsTF2016TFccXTFbbUcZ 5.7 25

208 –ewFvnsightFintoFtheFponfinementFrffectFofFzicroporousFparbonFinFyiWΣeFoatteryFphemistrygFnF
pathodeFwithFrnhancedFponductivityVFSmallTF2020TFZcTFe[XXX[cc 11 24
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207 ntomisticFsimulationFofFtheFsegregationFprofilesFinFzoâ��ReFrandomFalloysVFSurfacecScienceTF2003TF
ba]TFfbUZX[ 1.8 24

206 rlectrospunFαaUdopedFαi [WpFnanofibersFasFaFhighUcapacityFandFlongUcyclingFanodeFmaterialFforF
yiUionFandFxUionFbatteriesVFJournalcofcMaterialscChemistrycATF2020TFeTF[XcccU[Xcdc 13 24

205 ntomisticFstudiesFofFshockUinducedFplasticityFandFphaseFtransitionFinFironUbasedFsingleFcrystalFwithF
edgeFdislocationVFInternationalcJournalcofcPlasticityTF2019TFZZaTF[ZbU[[c 7.6 24

204 serromagneticFandFmetallicFpropertiesFofFtheFsemihydrogenatedFta–FsheetVFPhysicacStatuscSolidic
mBn:cBasiccResearchTF2011TF[aeTFZaa[UZaab 1.3 23

203 oehaviorsFofFtransmutationFelementsFReFandF sFandFtheirFeffectsFonFenergeticsFandFclusteringFofF
vacancyFandFselfUinterstitialFatomsFinFWVFNuclearcFusionTF2017TFbdTFXacXXc 3.3 22

202 ΣtructureFandFelectronicFpropertiesFofFtransitionFmetalFdichalcogenideFzX[FOzFjFzoTFWTF–bhFXFjFΣTF
ΣePFmonolayersFwithFgrainFboundariesVFMaterialscChemistrycandcPhysicsTF2014TFZadTFZXceUZXd] 4.4 21

201 pomputerFsimulationsFofFinterstitialFloopFgrowthFkineticsFinFirradiatedFbccFseVFJournalcofcNuclearc
MaterialsTF2012TFa[dTF[bfU[cd 3.3 21

200 zorphologyTFdimensionTFandFcompositionFdependenceFofFthermodynamicallyFpreferredFatomicF
arrangementsFinFngU−tFnanoalloysVFFaradaycDiscussionsTF2013TFZc[TF[f]U]Xc 3.6 21

199 WireUinUWireFαi WpF–anofibersFsreeUΣtandingFnnodesFforFyiUvonFandFxUvonFoatteriesFwithFyongF
pyclingFΣtabilityFandFuighFpapacityVFNanorMicrocLettersTF2021TFZ]TFZXd 19.5 20

198 rffectFofFgrainFboundariesFonFshockUinducedFphaseFtransformationFinFironFbicrystalsVFJournalcofc
AppliedcPhysicsTF2018TFZ[]TFXabZXb 2.5 19

197 sirstUprinciplesFstudyFofFmagneticFpropertiesFinFngUdopedFΣn [VFPhysicacStatuscSolidicmBn:cBasicc
ResearchTF2011TF[aeTFZfcZUZfcc 1.3 19

196 nnalyticFembeddedUatomFmethodFapproachFtoFstudyingFtheFsurfaceFsegregationFofFnlâ��zgFalloysVF
AppliedcSurfacecScienceTF2004TF[[ZTFaXeUaZa 6.7 19

195 RevealingFtheFReactionFzechanismFofFΣodiumFΣelenideFponfinedFwithinFaFΣingleUWalledFparbonF
–anotubegFvmplicationsFforF–aUΣeFoatteriesVFACScAppliedcMaterialsciamp;cInterfacesTF2019TFZZTFaffbUbXX[9.5 19

194 αowardsFunderstandingFtheFmechanismFofFrheniumFandFosmiumFprecipitationFinFtungstenFandFitsF
implicationFforFtungstenUbasedFalloysVFJournalcofcNuclearcMaterialsTF2018TFbXbTF]XUa] 3.3 18

193 RevealingFreactionFmechanismsFofFnanoconfinedFyiΣgFimplicationsFforFlithiumUsulfurFbatteriesVF
PhysicalcChemistrycChemicalcPhysicsTF2018TF[XTFZZdZ]UZZd[Z 3.6 18

192 αheFstabilityFandFdiffusionFpropertiesFofFforeignFimpurityFatomsFonFtheFsurfaceFandFinFtheFbulkFofF
vanadiumgFnFfirstUprinciplesFstudyVFComputationalcMaterialscScienceTF2014TFeZTFZfZUZfe 3.2 18

191 vnUsituFαrzFinvestigationFofF]X´ keσFheSFirradiatedFtungstengFrffectsFofFtemperatureTFfluenceTFandF
sampleFthicknessFonFdislocationFloopFevolutionVFActacMaterialiaTF2021TF[XcTFZZccZe 8.4 18

190 zolecularFdynamicsFsimulationFofFdiffusionFandFviscosityFofFliquidFlithiumFfluorideVFComputationalc
MaterialscScienceTF2016TFZZZTF[X]U[Xe 3.2 17
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189 qiffusionFofFtungstenFclustersFonFtungstenFOZZXPFsurfaceVFEuropeancPhysicalcJournalcBTF2009TFceTFadfUaeb1.2 17

188 αheFeffectFofFzoFadditionFonFstructureFandFglassFformingFabilityFofF–iUZrFalloysVFJournalcofcAlloyscandc
CompoundsTF2019TFddbTFZZeaUZZfe 5.7 17

187 zolecularFdynamicsFsimulationFofFalloyingFduringFsinteringFofFyiFandF−bFmetallicFnanoparticlesVF
ComputationalcMaterialscScienceTF2019TFZbcTFadUbb 3.2 17

186 αheFinteractionsFbetweenFrheniumFandFinterstitialUtypeFdefectsFinFbulkFtungstengFnFcombinedFstudyF
byFmolecularFdynamicsFandFmolecularFstaticsFsimulationsVFJournalcofcNuclearcMaterialsTF2019TFb[[TF[XXU[ZZ3.3 16

185 zolecularFdynamicsFsimulationsFofFtheFcharacteristicsFofFzoWαiFinterfacesVFComputationalcMaterialsc
ScienceTF2018TFZaZTF[f]U]XZ 3.2 16

184 ntomisticFstudiesFofFshockUinducedFphaseFtransformationsFinFsingleFcrystalFironFwithFcylindricalF
nanoporesVFComputationalcMaterialscScienceTF2016TFZ[[TFZUZX 3.2 16

183  xygenFqeficiencyFandFqefectFphemistryFinFqelithiatedFΣpinelFyi–iXVbznZVb aFpathodesFforFyiUvonF
oatteriesVFChemElectroChemTF2015TF[TFZZe[UZZec 4.3 16

182
ponstructingFaF]qFcompactFsulfurFhostFbasedFonFcarbonUnanotubeFthreadedFdefectiveF−russianFblueF
nanocrystalsFforFhighFperformanceFlithiumâ��sulfurFbatteriesVFJournalcofcMaterialscChemistrycATF2020TF
eTFZZbaUZZc]

13 16

181 qevelopmentFofFinteratomicFpotentialsFforFseUprUnlFalloyFwithFtheFparticleFswarmFoptimizationF
methodVFJournalcofcAlloyscandcCompoundsTF2019TFdeXTFeeZUeed 5.7 16

180 nFmolecularFdynamicsFstudyFofFheliumFdiffusionFandFclusteringFinFfccFnickelVFComputationalcMaterialsc
ScienceTF2015TFZXdTFbaUbd 3.2 15

179 nFfirstUprinciplesFinvestigationFofFtheFΣc [FmonolayerFasFtheFcathodeFmaterialFforFalkaliFmetalUionF
batteriesVFJournalcofcMaterialscChemistrycATF2018TFcTF]ZdZU]ZeX 13 15

178 ntomisticFsimulationsFofFtheFseOXXZPâ��yiFsolidâ��liquidFinterfaceVFFusioncEngineeringcandcDesignTF2014TF
efTF[efaU[fXZ 1.7 15

177 pompositionFqependenceFofFyithiumFqiffusionFinFyithiumFΣilicidegFnFqensityFsunctionalFαheoryF
ΣtudyVFChemElectroChemTF2015TF[TFZ[f[UZ[fd 4.3 15

176 ntomisticFsimulationsFofFsolidFsolutionFstrengtheningFinF–iUbasedFsuperalloyVFComputationalc
MaterialscScienceTF2013TFceTFZ][UZ]d 3.2 15

175 rffectsFofFsoluteFsizeFonFsolidUsolutionFhardeningFinFvanadiumFalloysgFnFfirstUprinciplesFcalculationVF
ScriptacMaterialiaTF2015TFZXXTFZXcUZXf 5.6 15

174 vnvestigationFofFtheFshockUinducedFchemicalFreactionFOΣvpRPFinF–iFSFnlFnanoparticleFmixturesVF
PhysicalcChemistrycChemicalcPhysicsTF2017TFZfTFZdcXdUZdcZd 3.6 14

173 αransitionFfromFductilizingFtoFhardeningFinFtungstengFαheFdependenceFonFrheniumFdistributionVFActac
MaterialiaTF2019TFZeZTFZZXUZ[] 8.4 14

172 –ewFinteratomicFpotentialsFforFstudyingFtheFbehaviorFofFnobleFgasFatomsFinFtungstenVFJournalcofc
NuclearcMaterialsTF2015TFacdTF]feUaXb 3.3 13
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171 rffectFofFtemperatureFonFtheFcorrosionFbehaviorsFofF]XaFstainlessFsteelFinFstaticFliquidFlithiumVF
FusioncEngineeringcandcDesignTF2018TFZ[eTFdbUeZ 1.7 13

170 ΣtrainUdrivenFphaseFtransitionFofFmolybdenumFnanowireFunderFuniaxialFtensileFstrainVF
ComputationalcMaterialscScienceTF2010TFbXTF]d]U]dd 3.2 13

169 –onUequilibriumFmolecularFdynamicsFsimulationsFofFtheFspallationFinF–igFrffectFofFvacanciesVF
ComputationalcMaterialscScienceTF2017TFZ]dTF[d]U[eZ 3.2 12

168 zolecularFdynamicsFsimulationsFofFhighUenergyFradiationFdamageFinFWFandFWâ��ReFalloysVFJournalcofc
NuclearcMaterialsTF2019TFb[aTFfU[X 3.3 12

167 ntomicFsimulationFofFfatigueFcrackFpropagationFinF–i]nlVFAppliedcPhysicscA:cMaterialscSciencecandc
ProcessingTF2015TFZZeTFZ]ffUZaXc 2.6 12

166 ntomicFselfUdiffusionFbehaviorsFrelevantFtoF[qFhomoepitaxyFgrowthFonFsteppedF−dOXXZPFsurfaceVF
SurfacecScienceTF2014TFc[aTFefUfa 1.8 12

165 sirstUprinciplesFapproachFtoFtheFpropertiesFofFpointFdefectsFandFsmallFheliumUvacancyFclustersFinF
palladiumVFNuclearcInstrumentscicMethodscincPhysicscResearchcBTF2009TF[cdTF]X]dU]XaX 1.2 12

164 tibbsFfreeFenergyFapproachFtoFcalculateFtheFthermodynamicFpropertiesFofFcopperFnanocrystalsVF
PhysicacB:cCondensedcMatterTF2011TFaXcTFebfUec] 2.8 12

163 ntomicFandFmolecularFadsorptionFonFRhznFalloyFsurfacegFaFfirstFprinciplesFstudyVFJournalcofcChemicalc
PhysicsTF2008TFZ[fTF[aadZZ 3.9 12

162 ΣelfUdiffusionFofFnlFandF−bFatomsFinFnlâ��−bFimmiscibleFalloyFsystemVFMaterialscSciencecandc
EngineeringcB:cSolidrStatecMaterialscforcAdvancedcTechnologyTF2004TFZXeTF[b]U[bd 3.1 12

161 αensileFmechanicalFpropertiesFofF–iUbasedFsuperalloyFofFnanophasesFusingFmolecularFdynamicsF
simulationVFPhysicacStatuscSolidicmBn:cBasiccResearchTF2016TF[b]TFd[cUd][ 1.3 12

160 αheFwettingFpropertiesFofFyiFdropletFonFpuFsurfacesgFnFmolecularFdynamicsFstudyVFComputationalc
MaterialscScienceTF2016TFZZfTFZZaUZZf 3.2 12

159 αheFeffectsFofFinterstitialFimpuritiesFonFtheFmechanicalFpropertiesFofFvanadiumFalloysgFnF
firstUprinciplesFstudyVFJournalcofcAlloyscandcCompoundsTF2017TFdXZTFfdbUfeX 5.7 11

158  rientationFandFgrainUboundaryFdependenceFofFshockUinducedFplasticityFandFtransformationFinF
nanocrystallineFαiVFPhysicalcReviewcBTF2019TFffTF 3.3 11

157 rvolutionFofFheliumFbubblesFbelowFdifferentFtungstenFsurfacesFunderFneutronFirradiationFandF
nonUirradiationFconditionsVFComputationalcMaterialscScienceTF2018TFZaeTF[a[U[ae 3.2 11

156  rientationFdependencesFofFtheFseUyiFsolidUliquidFinterfaceFpropertiesgFntomisticFsimulationsVF
JournalcofcAlloyscandcCompoundsTF2016TFcedTFedbUeea 5.7 11

155 αhermodynamicFpropertiesFofFyiTF−bFandFyiZd−be]FwithFmolecularFdynamicsFsimulationsVFFusionc
EngineeringcandcDesignTF2014TFefTF[facU[fb[ 1.7 11

154 sirstUprinciplesFcalculationFofFselfUdiffusionFcoefficientsFinF–i]nlVFJournalcofcAlloyscandcCompoundsTF
2014TFcZ[TF]cZU]ca 5.7 11
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153 ueliumFnanobubbleFreleaseFfromF−dFsurfacegFnnFatomicFsimulationVFJournalcofcMaterialscResearchTF
2011TF[cTFaZcUa[] 2.5 11

152 ΣtudyFofFtheFcorrosionFbehaviorsFofF]XaFausteniteFstainlessFsteelFspecimensFexposedFtoFstaticFliquidF
lithiumFatFcXXFxVFJournalcofcNuclearcMaterialsTF2016TFaeXTF[bU]Z 3.3 11

151 vnvestigationFofFtheFinterstitialFoxygenFbehaviorsFinFvanadiumFalloygFnFfirstUprinciplesFstudyVFCurrentc
AppliedcPhysicsTF2018TFZeTFZe]UZfX 2.6 11

150 qevelopmentFofFtheFinteratomicFpotentialsFforFWUαaFsystemVFComputationalcMaterialscScienceTF2019TF
Zc]TFfZUff 3.2 10

149 αheoreticalFinsightsFintoFnitrogenFfixationFonFαi[pFandFαi[p [FinFaFlithiumâ��nitrogenFbatteryVFJournalc
ofcMaterialscChemistrycATF2019TFdTFZffbXUZffcX 13 10

148 qiffusionFpropertiesFofFliquidFlithiumâ��leadFalloysFfromFatomisticFsimulationVFComputationalc
MaterialscScienceTF2014TFf]TFdaUeX 3.2 10

147 ndsorptionFofFhydrogenFonFpalladiumFnanoparticleFsurfacesVFSurfacecandcInterfacecAnalysisTF2009TF
aZTFbfXUbfa 1.5 10

146 ntomisticFsimulationFofFheliumFbubbleFnucleationFinFpalladiumVFNuclearcInstrumentscicMethodscinc
PhysicscResearchcBTF2009TF[cdTF]ZebU]Zee 1.2 10

145 sirstUprincipleFstudyFofFtheFelectronicFstructuresFandFferroelectricFpropertiesFinFoaZnsaVFEuropeanc
PhysicalcJournalcBTF2010TFdaTFaadUabX 1.2 10

144 ΣhockFwaveFpropagationTFplasticityTFandFvoidFcollapseFinFopenUcellFnanoporousFαaVFPhysicalc
ChemistrycChemicalcPhysicsTF2018TF[XTF[eX]fU[eXae 3.6 10

143 zechanismsFforFinterstitialFdislocationFloopsFtoFdiffuseFinFoppFironVFNaturecCommunicationsTF2021TF
Z[TF[[b 17.4 10

142 nbFinitioFstudyFofFinterstitialFheliumFclustersFinF]pUΣipVFJournalcofcNuclearcMaterialsTF2019TFb[ZTFZ]U[X 3.3 9

141 nbFinitioFsoluteâ��interstitialFimpurityFinteractionsFinFvanadiumFalloysgFtheFrolesFofFvacancyVFRSCc
AdvancesTF2016TFcTFdec[ZUdec[e 3.7 9

140 qevelopmentFofFaFpairFpotentialFforF–iâ��ueVFJournalcofcNuclearcMaterialsTF2016TFad[TFZXbUZXf 3.3 9

139 nmorphizationFandFthermalFstabilityFofFaluminumUbasedFnanoparticlesFpreparedFfromFtheFrapidF
coolingFofFnanodropletsgFeffectFofFironFadditionVFPhysicalcChemistrycChemicalcPhysicsTF2015TFZdTFcbZZU[[ 3.6 9

138 zolecularFdynamicsFsimulationFofFwettingFbehaviorsFofFyiFonFWFsurfacesVFFusioncEngineeringcandc
DesignTF2017TFZZdTFZeeUZf] 1.7 8

137 rffectFofFzpl]FOzjyaTFγForFΣcPFcomponentFonFtheFlocalFstructuresFandFtransportFpropertiesFofF
yiplâ��xplâ��zpl]FeutecticgFnFmolecularFdynamicsFstudyVFElectrochimicacActaTF2019TF]XcTF]ccU]dc 6.7 8

136 qynamicsFdiffusionFbehaviorsFofF−dFsmallFclustersFonFaF−dOZFZFZPFsurfaceVFModellingcandcSimulationcinc
MaterialscSciencecandcEngineeringTF2010TFZeTFXabXZX 2 8
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135 ΣelfUdiffusionFdynamicFbehaviorFofFatomicFclustersFonFReOXXXZPFsurfaceVFAppliedcSurfacecScienceTF
2009TF[bbTFeee]Ueeef 6.7 8

134 αheFRhFinfluenceFonFtheFsurfaceFdistributionFofFtheFternaryFalloyF−tâ��−dâ��RhVFAppliedcSurfacecScienceTF
2007TF[b]TFcXdaUcXdf 6.7 8

133 ΣegregationFandFaggregationFofFrheniumFinFtungstenFgrainFboundarygFrnergeticsTFconfigurationsF
andFstrengtheningFeffectsVFJournalcofcNuclearcMaterialsTF2020TFb[eTFZbZecd 3.3 8

132 nFmolecularFdynamicsFstudyFofFtheFtransportFpropertiesFofFyisUoesF[FUαhsFaFmoltenFsaltVFJournalcofc
MolecularcLiquidsTF2017TF[]aTF[[XU[[c 6 7

131 zolecularFdynamicsFsimulationsFofFtheFstructureFevolutionsFofFpuUZrFmetallicFglassesFunderF
irradiationVFNuclearcInstrumentscicMethodscincPhysicscResearchcBTF2017TF]f]TFddUeZ 1.2 7

130 −recipitateWvanadiumFinterfaceFandFitsFstrengtheningFonFtheFvanadiumFalloysgFnFfirstUprinciplesF
studyVFJournalcofcNuclearcMaterialsTF2019TFb[dTFZbZe[Z 3.3 7

129 γnderstandingFtheFreleaseFofFheliumFatomsFfromFnanochannelFtungstengFaFmolecularFdynamicsF
simulationVFNuclearcFusionTF2019TFbfTFXdcX[X 3.3 7

128 αheFenergyFandFstabilityFofFheliumUrelatedFclusterFinFnickelgFnFstudyFofFmolecularFdynamicsF
simulationVFNuclearcInstrumentscicMethodscincPhysicscResearchcBTF2016TF]ceTFdbUeX 1.2 7

127 ntomisticFinsightsFintoFtheFreactionFmechanismFofFnanostructuredFyivgFvmplicationsFforFrechargeableF
yiUv[FbatteriesVFEnergycStoragecMaterialsTF2019TFZdTF[ZZU[Zf 19.4 7

126 rffectFofFparticleFpackingFandFdensityFonFshockFresponseFinForderedFarraysFofF–iFSFnlFnanoparticlesVF
PhysicalcChemistrycChemicalcPhysicsTF2019TF[ZTFd[d[Ud[eX 3.6 7

125 sirstUprinciplesFstudyFofFnitrogenFadsorptionFandFdissociationFonF˛–UuraniumFOXXZPFsurfaceVFRSCc
AdvancesTF2014TFaTFbd]XeUbd][Z 3.7 7

124 sirstUprinciplesFstudyFonFtheFinteractionFofFnitrogenFatomFwithF˛–â��uraniumgFsromFsurfaceFadsorptionF
toFbulkFdiffusionVFJournalcofcAppliedcPhysicsTF2014TFZZbTFZcafX[ 2.5 7

123 αransitionFzetalFndsorptionF−romotesF−atterningFandFqopingFofFtrapheneFbyFrlectronFvrradiationVF
JournalcofcPhysicalcChemistrycCTF2013TFZZdTFZdcaaUZdcaf 3.8 7

122 ΣhockFWavesF−ropagationFandF−haseFαransitionFinFΣingleFprystalFvronFunderFRampFpompressiongF
yargeFΣcaleF−arallelF–rzqFΣimulationsVFProcediacEngineeringTF2013TFcZTFZ[[UZ[f 7

121 rnergeticsFandFselfUdiffusionFbehaviorFofFZrFatomicFclustersFonFaFZrOXFXFXFZPFsurfaceVFNuclearc
InstrumentscicMethodscincPhysicscResearchcBTF2009TF[cdTF][cdU][dX 1.2 7

120 −haseFtransitionFinFnanocrystallineFirongFntomisticUlevelFsimulationsVFInternationalcJournalcofc
MaterialscResearchTF2010TFZXZTFZ]cZUZ]ce 0.5 7

119 zagneticFpropertiesFinFnitrogenUdopedFpe [FfromFfirstUprinciplesFcalculationsVFPhysicacB:c
CondensedcMatterTF2010TFaXbTFaebeUaec[ 2.8 7

118 sirstUprinciplesFstudyFforFtheFatomicFstructuresFandFelectronicFpropertiesFofF−bαi ]F
oxygenUvacanciesFOXXZPFsurfaceVFSurfacecScienceTF2007TFcXZTFbaZ[UbaZe 1.8 7
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117 ΣurfaceFsegregationFofFnlâ��−bFimmiscibleFalloyFsystemFwithFzonteFparloFsimulationVFMaterialsc
SciencecandcEngineeringcB:cSolidrStatecMaterialscforcAdvancedcTechnologyTF2003TFfeTF[cbU[ce 3.1 7

116 ntomisticFsimulationFofFcrackFpropagationFinFsingleFcrystalFtungstenFunderFcyclicFloadingVFJournalcofc
MaterialscResearchTF2017TF][TFZadaUZae] 2.5 6

115 RectangularFαunnelUΣtructuredF–aXVazn [FasFaF−romisingFpathodeFzaterialFWithstandingFaFuighF
putoffFσoltageFforF–aUvonFoatteriesVFChemElectroChemTF2019TFcTFZdZZUZd[Z 4.3 6

114 vntrinsicFstrainUinducedFsegregationFinFmultiplyFtwinnedFpuU−tFicosahedraVFPhysicalcChemistryc
ChemicalcPhysicsTF2019TF[ZTFaeX[UaeXf 3.6 6

113  xygenFadsorptionFandFdiffusionFonF˛‡UγOXFXFZPFsurfacegFrffectFofFtitaniumVFComputationalcMaterialsc
ScienceTF2018TFZaaTFebUfZ 3.2 6

112 nnFabFinitioFstudyFforFprobingFiodizationFreactionsFonFmetallicFanodeFsurfacesFofFyiâ��v[FbatteriesVF
JournalcofcMaterialscChemistrycATF2018TFcTFdeXdUdeZa 13 6

111 αheoreticalFpredictionFofFyiΣc FnanosheetsFasFaFcathodeFmaterialFforFyiU FbatteriesVFPhysicalc
ChemistrycChemicalcPhysicsTF2018TF[XTF[[]bZU[[]be 3.6 6

110 rffectFofFReFcontentFonFtheF˛‡W˛‡lFinterfacegFnFzonteFparloFsimulationVFComputationalcMaterialsc
ScienceTF2014TFefTFdbUdf 3.2 6

109 ΣimulationFcalculationsFofFsurfaceFsegregationFforFnuâ��puFalloysFusingFanFanalyticFembeddedFatomF
modelVFPhysicacStatuscSolidicATF2005TF[X[TF[cecU[cff 6

108 vnteratomicFpotentialsFandFdefectFpropertiesFofFseâ��prâ��nlFalloysVFJournalcofcNuclearcMaterialsTF2020TF
baZTFZb[a[Z 3.3 6

107 ntomisticFsimulationFofFmechanicalFpropertiesFandFcrackFpropagationFofFirradiatedFnickelVF
ComputationalcMaterialscScienceTF2016TFZ[XTF[ZU[e 3.2 6

106 RetentionFandFdiffusionFofFtransmutationFuFandFueFatomsFinFoeαigFfirstUprinciplesFcalculationsVVFRSCc
AdvancesTF2018TFeTF]bd]bU]bda] 3.7 6

105 γnravelingFαzFzigrationFzechanismsFinFyi–iznpo FbyFzodelingFandFrxperimentalFΣtudiesVFNanoc
LettersTF2021TF[ZTFcedbUceeZ 11.5 6

104 nFbetterFnanochannelFtungstenFfilmFinFreleasingFheliumFatomsVFJournalcofcNuclearcMaterialsTF2020TF
b][TFZb[Xaa 3.3 5

103 zolecularFdynamicsFsimulationsFofFradiationFdamageFgenerationFandFdislocationFloopFevolutionFinF
–iFandFbinaryF–iUbasedFalloysVFComputationalcMaterialscScienceTF2020TFZddTFZXfbbb 3.2 5

102 qoubleUyayerFuoneycombFnl−gFnF−romisingFnnodeFzaterialFforFyiUTF–aUTFandFxUvonFoatteriesVFJournalc
ofcPhysicalcChemistrycCTF2020TFZ[aTF[fdeU[fec 3.8 5

101 vnteratomicFpotentialsFofFWâ��σFandFWâ��zoFbinaryFsystemsFforFpointFdefectsFstudiesVFJournalcofc
NuclearcMaterialsTF2020TFb]ZTFZb[X[X 3.3 5

100 plusteringFofFseFatomsFinFliquidFyiFandFitsFeffectFonFtheFviscosityFofFliquidFyiVFNuclearcFusionTF2016TF
bcTFXacXXa 3.3 5

(2016-2003)

9



99 ntomicFsimulationFofFheliumFtrappingFinFdisplacementFcascadesVFRSCcAdvancesTF2016TFcTF[dZZ]U[dZZe 3.7 5

98 sirstUprinciplesFstudyFofFhydrogenUvacancyFcomplexesFinFoeZ[αiVFJournalcofcNuclearcMaterialsTF2019TF
b[bTFdUZ] 3.3 5

97 αheFalloyingFprocessesFinFsolidâ��solidFandFliquidâ��solidFyiâ��−bFinterfacesFwithFatomisticFsimulationsVF
JournalcofcAlloyscandcCompoundsTF2015TFc][TFacdUad[ 5.7 5

96 ΣelfUdiffusionFbehaviorsFofF−dFadatomFandFdimerFonF−dOXXZPFsurfaceVFComputationalcMaterialsc
ScienceTF2009TFadTFbXZUbXb 3.2 5

95 rffectFofFtransmutationFelementsFReFandFαaFonFtheFvacancyFformationFandFdissociationFbehaviorsFinF
WFbulkVFComputationalcMaterialscScienceTF2020TFZdfTFZXfc[a 3.2 5

94 rffectFofFtungstenFonFtheFvacancyFbehaviorsFinFαaâ��WFalloysFfromFfirstUprinciplesFcalculationsVFSolidc
StatecCommunicationsTF2020TF]XcTFZZ]dcd 1.6 5

93 ΣurfaceFpremeltingWrecrystallizationFgoverningFtheFcollapseFofFopenUcellFnanoporousFpuFviaFthermalF
annealingVFPhysicalcChemistrycChemicalcPhysicsTF2018TF[XTFZcZeaUZcZf[ 3.6 5

92 ntomicFscaleFanalysisFofFtheFcorrosionFcharacteristicsFofFpuUyiFsolidUliquidFinterfacesVFJournalcofc
AlloyscandcCompoundsTF2018TFdc]TFZUZX 5.7 5

91 qevelopmentFofFaF–iâ��zoFinteratomicFpotentialFforFirradiationFsimulationVFModellingcandcSimulationc
incMaterialscSciencecandcEngineeringTF2019TF[dTFXabXXf 2 4

90 zolecularFdynamicsFsimulationFofFcylindricallyFconvergingFshockFresponseFinFsingleFcrystalFpuVF
ComputationalcMaterialscScienceTF2020TFZe]TFZXfeab 3.2 4

89 vnteractionsFofFplasticityFandFphaseFtransformationFunderFshockFinFironFbicrystalsVFJournalcofcAppliedc
PhysicsTF2019TFZ[cTFXabfXZ 2.5 4

88 rffectFofFvoidsFonFtheFtensileFpropertiesFofFvanadiumFnanowiresVFNuclearcInstrumentscicMethodscinc
PhysicscResearchcBTF2013TF]X]TFZaUZd 1.2 4

87 ueliumFdiffusionFbehaviorFandFitsFretentionFinFya–inlFalloyFfromFmolecularFdynamicFsimulationsVF
NuclearcInstrumentscicMethodscincPhysicscResearchcBTF2011TF[cfTFZcefUZcf[ 1.2 4

86 ndsorptionFofFhydrogenFatomsFonF−dFO[ZZPTFO]ZZPFandFObZZPFsteppedFdefectiveFsurfacesVF
TransactionscofcNonferrouscMetalscSocietycofcChinaTF2006TFZcTFse[XUse[] 3.3 4

85 ooostingFtheFchargeFtransferFofFyiαiΣi FusingFnitrogenUdopedFcarbonFnanofibersgFtowardsFhighUrateTF
longUlifeFlithiumUionFbatteriesVFNanoscaleTF2020TFZ[TFZfdX[UZfdZX 7.7 4

84 ntomisticFsimulationsFofFtheFinteractionFbetweenFtransmutationUproducedFReFandFgrainFboundariesF
inFtungstenVFComputationalcMaterialscScienceTF2020TFZd]TFZXfaZ[ 3.2 4

83 zolecularFdynamicsFsimulationFofFtheFdiffusionFofFselfUinterstitialFatomsFandFinterstitialFloopsFunderF
temperatureFgradientFfieldFinFtungstenVFJournalcofcAppliedcPhysicsTF2020TFZ[eTFXcbZX] 2.5 4

82 porrosionFcharacteristicsFofFcopperFinFstaticFliquidFlithiumFunderFhighFvacuumVFJournalcofcNuclearc
MaterialsTF2019TFbZ]TF[e[U[f[ 3.3 4
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81 quctileUbrittleFtransitionFofFopenUcellFnanoporousFpuFinFtensiongFnFrelianceFofFspecificFsurfaceFareaVF
ScriptacMaterialiaTF2020TFZdbTFa]Uae 5.6 4

80 ntomisticFsimulationsFofFsolidificationFprocessFinFo[Uyi−bFsolidOXFXFZPUliquidFsystemVFJournalcofc
CrystalcGrowthTF2017TFadXTFZZ]UZ[Z 1.6 3

79 ΣimulationFofFradiationFdamagesFinFmolybdenumFbyFcombiningFmolecularFdynamicsFandF xzpVF
NuclearcSciencecandcTechniquestHewuliTF2017TF[eTFZ 2.1 3

78 zolecularFdynamicsFsimulationsFofFshockFloadingFofFnearlyFfullyFdenseFgranularF–iUnlFcompositesVF
PhysicalcChemistrycChemicalcPhysicsTF2019TF[ZTF[X[b[U[X[cZ 3.6 3

77 phemistryFofFqefectsFinFprystallineF–a[ΣegFvmplicationsFforFtheF–aâ��ΣeFoatteryVFJournalcofcPhysicalc
ChemistrycCTF2020TFZ[aTF[df]XU[df]c 3.8 3

76 zolecularFdynamicsFsimulationsFofFtheFdiffusionFcharacteristicsFonFtheFseUWFinterfacesFsystemVF
FusioncEngineeringcandcDesignTF2020TFZbfTFZZZebX 1.7 3

75 rvaluationFofFtungstenFinteratomicFpotentialsFforFradiationFdamageFsimulationsVFTungstenTF2020TF[TF]UZa 4.6 3

74 sirstU−rinciplesFpalculationsFonFtheFWettabilityFofFyiFntomsFonFtheFOZZZPFΣurfacesFofFWFandFzoF
ΣubstratesVFPlasmacPhysicscReportsTF2018TFaaTFcf[UdXZ 1.2 3

73 pompatibilityFofFzolybdenumTFαungstenTFandF]XaFΣtainlessFΣteelFinFΣtaticFyiquidFyithiumFγnderF
uighFσacuumVFPlasmacPhysicscReportsTF2018TFaaTFcdZUcdd 1.2 3

72 αhermodynamicF−ropertiesFofF–anoUΣilverFandFnlloyF−articlesF2010TF 3

71
ΣhockUinducedFplasticityFandFphaseFtransformationFinFsingleFcrystalFmagnesiumgFnnFinteratomicF
potentialFandFnonUequilibriumFmolecularFdynamicsFsimulationsVVFJournalcofcPhysicscCondensedc
MatterTF2021TF

1.8 3

70 γnravelingFtheFeffectsFofFanionsFinF–ixnymppFOnj TFΣTF−PFonFyiUsulfurFbatteriesVFMaterialscTodayc
NanoTF2021TFZ]TFZXXZXc 9.7 3

69 yocalFidentificationFofFchemicalForderinggFrxtensionTFimplementationTFandFapplicationFofFtheF
commonFneighborFanalysisFforFbinaryFsystemsVFComputationalcMaterialscScienceTF2018TFZa]TFZfbU[Xb 3.2 3

68 qoesFtheFzgâ��v[FoatteryFΣufferFΣevereFΣhuttleFrffectlVFJournalcofcPhysicalcChemistrycCTF2018TFZ[[TF[ebZeU[eb[d3.8 3

67 αheFeffectFofFsolutesFonFtheFprecipitateWmatrixFinterfaceFpropertiesFinFtheFσanadiumFalloysgFnF
firstUprinciplesFstudyVFComputationalcMaterialscScienceTF2018TFZb]TFZZ]UZZe 3.2 3

66 vnUsituFαrzFobservationFandFzqFsimulationFofFtheFreactionFandFtransformationFofFloopsFinFtungstenF
duringFu[SFMFueSFdualUbeamFirradiationVFScriptacMaterialiaTF2021TF[XaTFZZaZba 5.6 3

65 zolecularFdynamicsFsimulationFofFprimaryFradiationFdamageFinFWUαaFalloysgFrffectFofFtantalumVF
JournalcofcNuclearcMaterialsTF2021TFbbcTFZb]Zc[ 3.3 3

64 qiffusionFmechanismsFatFtheF−bFsolidâ��liquidFinterfacegFntomicFlevelFpointFofFviewVFChemicalcPhysicsc
LettersTF2015TFc]aTFZXeUZZ[ 2.5 2

(2015-2020)
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63 zesoscaleFelucidationFofFlaserUassistedFchemicalFdepositionFofFΣnFnanostructuredFelectrodesVF
JournalcofcAppliedcPhysicsTF2015TFZZdTF[Za]XZ 2.5 2

62 ΣtabilityFandFdiffusionFpropertiesFofFαiFatomFonF˛–UuraniumFsurfacesgFnFfirstUprinciplesFstudyVF
ComputationalcMaterialscScienceTF2015TFfdTF[XZU[Xe 3.2 2

61 WettingFcharacteristicsFofFlithiumFdropletFonFironFsurfacesFinFatomicFscalegFnFmolecularFdynamicsF
simulationVFComputationalcMaterialscScienceTF2018TFZafTFa]bUaaZ 3.2 2

60 rffectFofFneonFonFtheFhydrogenFbehaviorsFinFtungstengFnFfirstUprinciplesFstudyVFJournalcofcNuclearc
MaterialsTF2018TFbZXTFaf[Uafe 3.3 2

59 zodifiedFanalyticFembeddedFatomFmethodFpotentialFforFchromiumVFModellingcandcSimulationcinc
MaterialscSciencecandcEngineeringTF2018TF[cTFXcbXXZ 2 2

58 αheFadsorptionFandFdissolutionFpropertiesFofFironFsurfacesFinFliquidFlithiumFandFleadFunderFaFfusionF
environmentVFJournalcofcNuclearcMaterialsTF2019TFb[aTF[XXU[Xe 3.3 2

57 zigrationFofFdefectFclustersFandFxenonUvacancyFclustersFinFuraniumFdioxideVFInternationalcJournalcofc
ModerncPhysicscBTF2014TF[eTFZabXZ[X 1.1 2

56 rffectsFofFsubstitutionalFueFatomsFonFtheFdisplacementFcascadesFinF˛–UseVFNuclearcInstrumentscic
MethodscincPhysicscResearchcBTF2013TF]X]TFd[Uda 1.2 2

55 αungstenFclusterFmigrationFonFnanoparticlesgFminimumFenergyFpathwayFandFmigrationFmechanismVF
EuropeancPhysicalcJournalcBTF2011TFeXTF]ZUaX 1.2 2

54 zonteFcarloFsimulationFofFhydrogenFadsorptionFonF–iFsurfacesVFFrontierscofcPhysicscincChinaTF2007TF[TFZffU[X] 2

53 zolecularFdynamicFsimulationsFofFplasticityFandFphaseFtransitionFinFzgFpolycrystallineFunderFshockF
compressionVFAppliedcPhysicscExpressTF2022TFZbTFXZbbX] 2.4 2

52 ntomicFinsightFintoFironFcorrosionFexposedFtoFsupercriticalFwaterFenvironmentFwithFanFimprovedF
seUu[ FreactiveFforceFfieldVFAppliedcSurfacecScienceTF2022TFbeXTFZb[]XX 6.7 2

51
zolecularFdynamicsFsimulationFofFtheFinteractionsFbetweenFscrewFdislocationFandFstackingFfaultF
tetrahedronFinFseâ��ZX–iâ��[XprFandF–iVFModellingcandcSimulationcincMaterialscSciencecandcEngineeringTF
2020TF[eTFXdbXX[

2 2

50 ΣtudyFofFerosionFandFdepositionFcharacteristicsFofFyiFduringFliquidFyiFlimiterFexperimentFinFuαUdVFWulic
XuebaotActacPhysicacSinicaTF2015TFcaTF[Z[eXZ 0.6 2

49 rffectFofFtitaniumFonFtheFprecipitationFbehaviorsFofFtransmutationFelementsFinFtungstenUtitaniumF
alloysFfromFfirstUprinciplesFcalculationsVFFusioncEngineeringcandcDesignTF2020TFZbeTFZZZcd] 1.7 2

48 sirstUprinciplesFstudyFonFtheFdissolutionFandFdiffusionFbehaviorFofFhydrogenFinFcarbideFprecipitatesVF
InternationalcJournalcofcHydrogencEnergyTF2021TFacTF[[X]XU[[X]f 6.7 2

47 zolecularFdynamicsFsimulationFofFshockFwaveFpropagationFandFspallFfailureFinFsingleFcrystalFcopperF
underFcylindricalFimpactVFAppliedcPhysicscExpressTF2021TFZaTFXdbbXa 2.4 2

46 −haseFtransformationFandFmechanicalFstabilityFofFniobiumFaluminideFO–b]nlPFinducedFbyFhighF
pressuresVFJournalcofcAlloyscandcCompoundsTF2021TFecfTFZbf[de 5.7 2
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45 vnvestigationFofFwettabilityFofFyiFonF]ZcyFΣΣFsurfaceFandFinterfacialFinteractionsFforFfusionFdeviceVF
FusioncEngineeringcandcDesignTF2018TFZ]dTFa[XUa[c 1.7 2

44 nFsirstU−rinciplesFΣtudyFonF–aFandF FndsorptionFoehaviorsFonFzoFOZZXPFΣurfaceVFMetalsTF2021TFZZTFZ][[ 2.3 2

43 αheoreticalFrvaluationFofFzoenesFasFpatalystsFforFtheFp [FReductionFReactionVFJournalcofcPhysicalc
ChemistrycCTF2021TFZ[bTFZfZe]UZfZef 3.8 2

42 zachineFlearningFtoFpredictFaluminumFsegregationFtoFmagnesiumFgrainFboundariesVFScriptac
MaterialiaTF2021TF[XaTFZZaZbX 5.6 2

41 sirstUprinciplesFstudyFofFtheFadsorptionFpropertiesFofFatomsFandFmoleculesFonFγ–[FOXXZPFsurfaceVF
JournalcofcNuclearcMaterialsTF2017TFaf]TFZ[aUZ]Z 3.3 1

40 zonteFparloFsimulationsFofFstrainUdrivenFelementalFdepletionForFenrichmentFinFpufbnlbFandF
pufXnlZXFalloysVFComputationalcMaterialscScienceTF2015TFZXcTFZ[]UZ[e 3.2 1

39 parbideFeffectsFonFtensileFdeformationFbehaviorFofF[XXZ]FsymmetricFtiltFgrainFboundariesFinFbccFseVF
ModellingcandcSimulationcincMaterialscSciencecandcEngineeringTF2020TF[eTFX]bXXc 2 1

38 ΣhockUinducedFmigrationFofFasymmetryFtiltFgrainFboundaryFinFironFbicrystalgFnFcaseFstudyFofF˛£]F
[ZZX]VFChinesecPhysicscBTF2019TF[eTFZ[c[XZ 1.2 1

37 zolecularFqynamicsFΣimulationFofFtheFqisplacementFpascadesFinFαungstenFwithFvnterstitialFueliumF
ntomsVFFusioncSciencecandcTechnologyTF2014TFccTFZZ[UZZd 1.1 1

36 rffectFofFnanoporesFonFplasticityFandFtheirFcollapseFmechanismFinFmagnesiumFsingleFcrystalFunderF
shockFloadingVFJournalcofcAppliedcPhysicsTF2022TFZ]ZTFXbbfX] 2.5 1

35 zolecularFdynamicFsimulationsFofFdisplacementFcascadesFinFtungstenFandFtungstenâ��rheniumFalloysgF
rffectsFofFgrainFboundaryFandWorFˇ�FphaseVFJournalcofcNuclearcMaterialsTF2022TFbcZTFZb]ba] 3.3 1

34 αheFmechanismFofFplasticityFandFphaseFtransitionFinFironFsingleFcrystalsFunderFcylindricallyFdivergentF
shockFloadingVFInternationalcJournalcofcMechanicalcSciencesTF2022TF[ZdTFZXdX][ 5.5 1

33 RevealingFtheFhardeningFmechanismsFofFionUirradiatedFnanostructuredFmultilayersWsubstrateF
systemsgFnFtheoreticalFmodelVFInternationalcJournalcofcPlasticityTF2021TFZ]eTFZX[f[b 7.6 1

32 rnergeticsFandFdiffusionalFpropertiesFofFheliumFinFWUαaFsystemsFstudiedFbyFaFnewFternaryFpotentialVF
JournalcofcNuclearcMaterialsTF2021TFbafTFZb[fZ] 3.3 1

31 qoubleUlayerFhoneycombFnl−FasFaFpromisingFcatalystFforFyiU [FandF–aU [FbatteriesVFAppliedcSurfacec
ScienceTF2021TFbbXTFZaf]f[ 6.7 1

30 zqFandF xzpFsimulationsFofFtheFdisplacementFcascadesFinFnickelVFNuclearcSciencecandc
TechniquestHewuliTF2016TF[dTFZ 2.1 1

29 vnfluenceFofFhydrostaticFstrainFonFtheFbehaviorsFofFrheniumFandFosmiumFinFtungstenVFJournalcofc
NuclearcMaterialsTF2019TFbZcTFZZZUZZd 3.3 1

28 rffectsFofFvacanciesFonFplasticityFandFphaseFtransformationFinFsingleUcrystalFironFunderFshockF
loadingVFJournalcofcAppliedcPhysicsTF2021TFZ]XTFXZbZXd 2.5 1

(2021-2018)
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27 zodificationFofFshortUrangeFrepulsiveFinteractionsFinFReaxssFreactiveFforceFfieldFforFseâ��–iâ��nlFalloyRVF
ChinesecPhysicscBTF2021TF]XTFXecZZX 1.2 1

26 nFzechanisticFΣtudyFofFplusteringFandFqiffusionFofFzolybdenumFandFRheniumFntomsFinFyiquidF
ΣodiumVFMetalsTF2021TFZZTFZa]X 2.3 1

25 rffectFofFtransitionFmetalFatomsFonFtheFstackingFfaultFenergyFandFductilityFofFαipVFCeramicsc
InternationalTF2021TFadTF[f]ecU[f]fZ 5.1 1

24 sinnisâ��ΣinclairUtypeFpotentialFforFatomisticFsimulationFofFdefectsFbehaviourFinFσUαiUαaFternaryF
systemVFJournalcofcNuclearcMaterialsTF2021TFbbdTFZb][]Z 3.3 1

23 zolecularFqynamicsFΣimulationsFofFXeFoehaviorsFatFtheFtrainFooundaryFinFγ [VFMetalsTF2022TFZ[TFdc] 2.3 1

22 rffectsFofF−ointFqefectsFonFtheFΣtableF ccupationTFqiffusionFandF–ucleationFofFXeFandFxrFinFγ [VF
MetalsTF2022TFZ[TFdef 2.3 1

21 rffectFofFcrystallographicForientationsFonFshockUinducedFplasticityFforFpoprsezn–iFhighUentropyF
alloyVFInternationalcJournalcofcMechanicalcSciencesTF2022TFZXd]d] 5.5 1

20 rffectFofFsymmetricalFtiltFgrainFboundaryFonFtheFcompatibilityFbetweenFcopperFandFliquidFlithiumgF
ntomisticFsimulationsVFJournalcofcAlloyscandcCompoundsTF2020TFe]bTFZbb[Z[ 5.7 0

19 plusteringFandFdislocationFloopFpunchingFinducedFbyFdifferentFnobleFgasFbubblesFinFtungstengFaF
molecularFdynamicsFstudyVFModellingcandcSimulationcincMaterialscSciencecandcEngineeringTF2019TF[dTFXeaXX[2 0

18 ΣolidificationFofFγndercooledFyiquidFunderFΣupergravityFsieldFbyF−haseUsieldFprystalFnpproachVF
MetalsTF2022TFZ[TF[][ 2.3 0

17 zolecularFdynamicsFsimulationFstudyFofFheliumFbubbleFgrowthFonFWWαaFsemiUcoherentFinterfaceVF
JournalcofcNuclearcMaterialsTF2022TFbbeTFZb]]aX 3.3 0

16  nFtheFrelationshipFbetweenFpotentialFofFzeroFchargeFandFsolventFdynamicsFinFtheFreversibleF
hydrogenFelectrodeVFJournalcofcCatalysisTF2021TF]feTFZcZUZdX 7.3 0

15 qsαFstudyFonFtheFnucleationFofFueFbubblesFinF−dgFrffectFofFuFandFselfUinterstitialFatomsVFJournalcofc
NuclearcMaterialsTF2021TFbafTFZb[eee 3.3 0

14 nFstrategyFtoFimproveFtheFelectrochemicalFperformanceFofF–iUrichFpositiveFelectrodesgF
–aWsUcoUdopedFyi–iXVcznXV[poXV[ [FRVFChinesecPhysicscBTF2021TF]XTFXd]ZXZ 1.2 0

13 ΣuppressingWenhancingFeffectFofFrheniumFonFheliumFclustersFevolutionFinFtungstengFqependenceFonF
rheniumFdistributionVFJournalcofcNuclearcMaterialsTF2021TFba]TFZb[bab 3.3 0

12 zolecularFdynamicsFsimulationFofFtheFbehaviorFofFtypicalFradiationFdefectsFunderFstressFgradientF
fieldFinFtungstenVFJournalcofcAppliedcPhysicsTF2021TFZ]XTFZ[bZX] 2.5 0

11 vnfluenceFofFtitaniumFonFtheFclusteringFofFvacancyTFrheniumFandFosmiumFinFtungstenUtitaniumFalloysgF
sirstUprinciplesFstudyVFFusioncEngineeringcandcDesignTF2022TFZdeTFZZ]Xfe 1.7 0

10  rientationFdependenceFofFshockUinducedFchangeFofFhabitFplaneFforFtheFZW[MlthZZZMgthFdislocationF
loopFandFplasticityFinFtungstenVFInternationalcJournalcofcPlasticityTF2022TFZbbTFZX]][f 7.6 0
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9 rffectFofFσacanciesFonFqynamicFResponseFandFΣpallationFinFΣingleUprystalFzagnesiumFbyFzolecularF
qynamicFΣimulationVFMetalsTF2022TFZ[TF[Zb 2.3

8 vnteractionFbetweenFimpurityFelementsFOpTF–FandF PFandFhydrogenFinFhcpUZrgFaFfirstUprinciplesFstudyVF
ModellingcandcSimulationcincMaterialscSciencecandcEngineeringTF2020TF[eTFXebXXd 2

7 RolesFofFtripleFandFquadrupleFjunctionsFonFplasticityFbyFphaseUfieldFcrystalFapproachVFPhysicacB:c
CondensedcMatterTF2021TFc[cTFaZ]aaf 2.8

6 αaFconcentrationFeffectFonFnucleationFofFdefectsFinFWUαaFalloyFfromFfirstUprinciplesFmodelVFMaterialsc
TodaycCommunicationsTF2022TF]XTFZX]XdZ 2.5

5 αheFflowFbehaviorFofFliquidFyiFinFpuFmicroUchannelsVFWulicXuebaotActacPhysicacSinicaTF2016TFcbTFZXadXb 0.6

4 αheFinteractionsFbetweenFnitrogenFoxidesFandF˛–UuraniumFsurfaceVFNuclearcMaterialscandcEnergyTF
2021TF[cTFZXXfab 2.1

3 ntomisticFinsightsFintoFinteractionsFbetweenFoxygenFandF˛–â��ZrFOZXZUZPFsurfaceVFNuclearcMaterialscandc
EnergyTF2021TF[dTFZXXfda 2.1
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