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272 SurfaceIreconstructionIofIoxidizedIplatinumInanoparticlesIusingIclassicalImolecularIdynamicsI
simulationsXIComputationalfMaterialsfScienceVI2022VI]ZgVI[[[adb 3.2 0

271 SingleWStepIrirectIzaserI−ritingIofI–ultimetalI¯xygenIsvolutionIqatalystsIfromIziquidI°recursorsXI
ACSfNanoVI2021VI[cVIgegdWgfZe 16.7 4

270 éheIinfluenceIofIalloyingIonItheIstackingIfaultIenergyIofIgoldIfromIdensityIfunctionalItheoryI
calculationsXIComputationalfMaterialsfScienceVI2021VI[ffVI[[Z]ad 3.2 3

269 ¯ptimizedIutilizationIofIq¯–paIreactiveIpotentialsIinIzo––°SXIJournalfoffChemicalfPhysicsVI2020VI
[c]VI]]beZ] 3.9 3

268 –ultiscaleIcomputationalIunderstandingIandIgrowthIofI]rImaterialshIaIreviewXINpjfComputationalf
MaterialsVI2020VIdVI 10.9 49

267
wnfluenceIofIphaseIandIinterfaceIpropertiesIonItheIstressIstateIdependentIfractureIinitiationI
behaviorIinIr°IsteelsIthroughIcomputationalImodelingXIMaterialsfScienceflamp;fEngineeringfA:f
StructuralfMaterials:fPropertiessfMicrostructurefandfProcessingVI2020VIeedVI[afgf[

5.3 5

266
sffectsIofIsurfaceIchargeIandIclusterIsizeIonItheIelectrochemicalIdissolutionIofIplatinumI
nanoparticlesIusingIq¯–paIandIcontinuumIelectrolyteImodelsXIJournalfoffChemicalfPhysicsVI2020VI
[c]VIZdb[Z]

3.9 1

265 rensityItunctionalIéheoryIStudyIofIspitaxiallyIStrainedI–onolayerIéransitionI–etalIqhalcogenidesI
forI°iezoelectricityIuenerationXIACSfAppliedfNanofMaterialsVI2020VIaVIafbWagZ 5.6 7

264
SuperconductivityIenhancementIinIphaseWengineeredImolybdenumIcarbideYdisulfideIverticalI
heterostructuresXIProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaVI
2020VI[[eVI[gdfcW[gdga

11.5 4

263 qarbonIdopingIofI−SImonolayershIpandgapIreductionIandIpWtypeIdopingItransportXISciencef
AdvancesVI2019VIcVIeaavcZZa 14.3 70

262 zargeItetragonalityIandIroomItemperatureIferroelectricityIinIcompressivelyIstrainedIqaéi¯aIthinI
filmsXIAPLfMaterialsVI2019VIeVIZc[[Zb 5.7 5

261 –ultiWStepIéopochemicalI°athwayItoI–etastableI–oolpIandIRelatedIéwoWrimensionalI anosheetI
veterostructuresXIJournalfoffthefAmericanfChemicalfSocietyVI2019VI[b[VI[Zfc]W[Zfd[ 16.4 43

260 sffectsIofIwaterIonItheImechanicalIpropertiesIofIsilicaIglassIusingImolecularIdynamicsXIActaf
MaterialiaVI2019VI[efVIadWbb 8.4 12

259 rataWdrivenIglassYceramicIscienceIresearchhIwnsightsIfromItheIglassIandIceramicIandIdataI
scienceYinformaticsIcommunitiesXIJournalfoffthefAmericanfCeramicfSocietyVI2019VI[Z]VIdafcWdbZd 3.8 12

258 éheIstructureIofIgrapheneIonIgrapheneYqYquIinterfaceshIaImolecularIdynamicsIstudyXI
NanotechnologyVI2019VIaZVIcZceZe 3.4 5

257 rynamicsIofIgrapheneYolIinterfacesIusingIq¯–paIpotentialsXIPhysicalfReviewfMaterialsVI2019VIaVI 3.2 2

256 °redictingItheIslectrochemicalISynthesisIofI]rI–aterialsIfromItirstI°rinciplesXIJournalfoffPhysicalf
ChemistryfCVI2019VI[]aVIa[fZWa[fe 3.8 18
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255 qhargeI¯ptimizedI–anyIpodyIRq¯–pSIpotentialsIforIsimulationIofInuclearIfuelIandIcladXI
ComputationalfMaterialsfScienceVI2018VI[bfVI]a[W]b[ 3.2 14

254 éitaniumWqarbideItormationIatIrefectiveIqurvedIurapheneWéitaniumIwnterfacesXIMRSfAdvancesVI
2018VIaVIbceWbd] 0.7 4

253 oppliedI°otentialsIinI₃ariableWqhargeIReactiveItorceItieldsIforIslectrochemicalISystemsXIJournalfoff
PhysicalfChemistryfAVI2018VI[]]VIda[Wdaf 2.8 11

252 StrainIeffectsIonIdomainIstructuresIinIferroelectricIthinIfilmsIfromIphaseWfieldIsimulationsXIJournalf
offthefAmericanfCeramicfSocietyVI2018VI[Z[VIbefaWbegZ 3.8 6

251 –olecularISimulationIofIqaptureIofISulfurWqontainingIuasesIbyI°orousIoromaticItrameworksXI
JournalfoffPhysicalfChemistryfCVI2018VI[]]VI[fbcdW[fbde 3.8 15

250 revelopmentIofIaIReaxttIReactiveItorceItieldIforI aSi¯xY−aterISystemsIandIwtsIopplicationItoI
SodiumIandI°rotonISelfWriffusionXIJournalfoffPhysicalfChemistryfCVI2018VI[]]VI[gd[aW[gd]b 3.8 41

249 vighWthroughputIdensityIfunctionalIcalculationsItoIoptimizeIpropertiesIandIinterfacialIchemistryIofI
piezoelectricImaterialsXIPhysicalfReviewfMaterialsVI2018VI]VI 3.2 1

248 riscoveringIchemicalIsiteIoccupancyWImodulusIcorrelationsIinI iIbasedIintermetallicsIviaIstatisticalI
learningImethodsXIComputationalfCondensedfMatterVI2018VI[bVIfW[b 1.7 1

247 éhreeWdimensionalIatomicIscaleIelectronIdensityIreconstructionIofIoctahedralItiltIepitaxyIinI
functionalIperovskitesXINaturefCommunicationsVI2018VIgVIc]]Z 17.4 18

246 éransformationIofI]rIgroupWwwwIselenidesItoIultraWthinInitrideshIenablingIepitaxyIonIamorphousI
substratesXINanotechnologyVI2018VI]gVIbezéZ] 3.4 6

245  anoscaleIStructureIandIrynamicsIofI−aterIonI°tIandIquISurfacesIfromI–rISimulationsXILangmuirVI
2018VIabVI[[gZcW[[g[[ 4 10

244  anoindentationIofIΣr¯]IandIΣr¯]YΣrIsystemsIbyImolecularIdynamicsIsimulationXIJournalfoff
NuclearfMaterialsVI2017VIbfdVI]cZW]dd 3.3 15

243 éopologyWScalingIwdentificationIofIzayeredISolidsIandIStableIsxfoliatedI]rI–aterialsXIPhysicalf
ReviewfLettersVI2017VI[[fVI[Zd[Z[ 7.4 193

242 odhesionIandIdiffusionIatIéi Yéi¯]IinterfaceshIoIfirstIprinciplesIstudyXIComputationalfMaterialsf
ScienceVI2017VI[aZVI]bgW]cd 3.2 11

241 qhargeIoptimizedImanyIbodyIRq¯–pSIpotentialsIforI°tIandIouXIJournalfoffPhysicsfCondensedfMatterVI
2017VI]gVI]]cgZ[ 1.8 9

240 ¯nItheI–ultipleIsventIretectionIinIotomI°robeIéomographyXIMicroscopyfandfMicroanalysisVI2017VI
]aVId[fWd[g 0.5 11

239 qomputationalIStudyIofIzowIwnterlayerItrictionIinIéiqIRnIkI[VI]VIandIaSI–∕eneXIACSfAppliedfMaterialsf
lamp;fInterfacesVI2017VIgVIabbdeWabbeg 9.5 62

238 urapheneWéitaniumIwnterfacesIfromI–olecularIrynamicsISimulationsXIACSfAppliedfMaterialsflamp;f
InterfacesVI2017VIgVIaa]ffWaa]ge 9.5 27
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237 éwoWrimensionalIwntrinsicIvalfW–etalsI−ithIzargeISpinIuapsXINanofLettersVI2017VI[eVIc]c[Wc]ce 11.5 111

236 oIthirdWgenerationIchargeIoptimizedImanyIbodyIRq¯–paSIpotentialIforInitrogenWcontainingIorganicI
moleculesXIComputationalfMaterialsfScienceVI2017VI[agVI[caW[d[ 3.2 7

235 qomputerISimulationsIofI anometerWScaleIwndentationIandItrictionXISpringerfHandbooksVI2017VI[Z[aW[Zde1.3

234 qomputationalIinvestigationIonIq¯]IadsorptionIinItitaniumIcarbideWderivedIcarbonsIwithIresidualI
titaniumXICarbonVI2017VI[[[VIeb[Wec[ 10.4 9

233 qomputerISimulationsIofI anometerWScaleIwndentationIandItrictionI2017VIaZ[WaeZ 1

232 qomputationalIdiscoveryIofIstableI–]o∕IphasesXIPhysicalfReviewfBVI2016VIgbVI 3.3 50

231 –°wnterfaceshIoI–aterialsI°rojectIbasedI°ythonItoolIforIhighWthroughputIcomputationalIscreeningI
ofIinterfacialIsystemsXIComputationalfMaterialsfScienceVI2016VI[]]VI[faW[gZ 3.2 72

230 pehaviorIofImoleculesIandImolecularIionsInearIaIfieldIemitterXINewfJournalfoffPhysicsVI2016VI[fVIZaaZa[ 2.9 104

229 rynamicalIpropertiesIofIol InanostructuresIandIheterogeneousIinterfacesIpredictedIusingIq¯–pI
potentialsXIComputationalfMaterialsfScienceVI2016VI[[aVIfZWfe 3.2 13

228 °robingItheIaccuracyIofIreactiveIandInonWreactiveIforceIfieldsItoIdescribeIphysicalIandIchemicalI
propertiesIofIgrapheneWoxideXIComputationalfMaterialsfScienceVI2016VI[[bVI]adW]ba 3.2 19

227 zatticeIexpansionIbyIintrinsicIdefectsIinIuraniumIbyImolecularIdynamicsIsimulationXIJournalfoff
NuclearfMaterialsVI2016VIbecVIdW[f 3.3 8

226 °otentialI¯ptimizationISoftwareIforI–aterialsIR°¯S–atSXIComputerfPhysicsfCommunicationsVI2016VI
]ZaVI]Z[W][[ 4.2 11

225 °redictedISurfaceIqompositionIandIéhermodynamicIStabilityIofI–∕enesIinISolutionXIJournalfoff
PhysicalfChemistryfCVI2016VI[]ZVIaccZWaccd 3.8 143

224  anoindentationIofIgoldIandIgoldIalloysIbyImolecularIdynamicsIsimulationXIMaterialsfScienceflamp;f
EngineeringfA:fStructuralfMaterials:fPropertiessfMicrostructurefandfProcessingVI2016VIdc[VIabdWace 5.3 39

223 éhermalItransportIatIRZZ[SItwistIgrainIboundariesIinIU¯]XIJournalfoffNuclearfMaterialsVI2016VIbegVI[deW[ea3.3 5

222 RoleIofIcompositionIandIstructureIonItheIpropertiesIofImetalYmultifunctionalIceramicIinterfacesXI
JournalfoffAppliedfPhysicsVI2016VI[]ZVIZbca[Z 2.5 6

221 qomputationalIcharacterizationIofIlightweightImultilayerI–∕eneIziWionIbatteryIanodesXIAppliedf
PhysicsfLettersVI2016VI[ZfVIZ]agZ[ 3.4 66

220 qomputationalIdiscoveryIandIcharacterizationIofIpolymorphicItwoWdimensionalIw₃â��₃ImaterialsXI
AppliedfPhysicsfLettersVI2016VI[ZgVI[g][Za 3.4 41

Susan B Sinnott

4



219 riffusionIocrossI–Y°bRΣrVéiS¯aIwnterfacesIR–k°ta°bIorI°tSIUnderIrifferentISystemIqonditionsXI
JournalfoffthefAmericanfCeramicfSocietyVI2016VIggVIacdWad] 3.8 2

218 °ropertiesIofIéiYéiqIwnterfacesIfromI–olecularIrynamicsISimulationsXIJournalfoffPhysicalfChemistryf
CVI2016VI[]ZVI[]caZW[]caf 3.8 21

217 sffectIofISurfaceIqhemistryIonI−aterIwnteractionIwithIquR[[[SXILangmuirVI2016VIa]VIfZd[WeZ 4 13

216 qhargeIoptimizedImanyWbodyIRq¯–pSIpotentialIforIdynamicalIsimulationIofI iWolIphasesXIJournalfoff
PhysicsfCondensedfMatterVI2015VI]eVIaadaZ] 1.8 4

215 qhargeIoptimizedImanyWbodyIRq¯–pSIpotentialIforIol]¯aImaterialsVIinterfacesVIandI
nanostructuresXIJournalfoffPhysicsfCondensedfMatterVI2015VI]eVIaZcZZb 1.8 7

214 sffectIofIéemperatureIonItheItrictionIandI−earIofI°étsIbyIotomicWzevelISimulationXITribologyf
LettersVI2015VIcfVI[ 2.8 23

213 reformationIprocessesIinIpolycrystallineIΣrIbyImolecularIdynamicsIsimulationsXIJournalfoffNuclearf
MaterialsVI2015VIbd]VI[beW[cg 3.3 21

212  anoindentationIofIΣrIbyImolecularIdynamicsIsimulationXIJournalfoffNuclearfMaterialsVI2015VIbdeVIeb]Wece3.3 22

211 onisotropyIinIoxidationIofIzirconiumIsurfacesIfromIdensityIfunctionalItheoryIcalculationsXI
ComputationalfMaterialsfScienceVI2015VIgfVI[[]W[[d 3.2 13

210 sffectIofIporesIandIveIbubblesIonItheIthermalItransportIpropertiesIofIU¯]IbyImolecularIdynamicsI
simulationXIJournalfoffNuclearfMaterialsVI2015VIbcdVI]caW]cg 3.3 23

209 –appingIqhemicalISelectionI°athwaysIforIresigningI–ulticomponentIolloyshIanIinformaticsI
frameworkIforImaterialsIdesignXIScientificfReportsVI2015VIcVI[egdZ 4.9 20

208 rirectI¯bservationIofIqhemicalI°ressureIinIwntermetallicIolloysIbyIScanningIéransmissionIslectronI
–icroscopyXIMicroscopyfandfMicroanalysisVI2015VI][VI[c[gW[c]Z 0.5

207 qomputationalIdiscoveryIofIlanthanideIdopedIandIqoWdopedIYaolc¯[]IforIoptoelectronicI
applicationsXIAppliedfPhysicsfLettersVI2015VI[ZeVI[[][Zg 3.4 9

206 qombinedIsxperimentalIandIqomputationalI–ethodsIRevealItheIsvolutionIofIpuriedIwnterfacesI
duringISynthesisIofIterroelectricIéhinItilmsXIAdvancedfMaterialsfInterfacesVI2015VI]VI[cZZ[f[ 4.6 11

205 qhargeIoptimizedImanyWbodyIpotentialIforIaluminumXIJournalfoffPhysicsfCondensedfMatterVI2015VI
]eVIZ[cZZa 1.8 5

204 onIabIinitioIinvestigationIofItheIeffectIofIalloyingIelementsIonItheIelasticIpropertiesIandImagneticI
behaviorIofI iaolXIComputationalfMaterialsfScienceVI2015VI[Z[VIagWbd 3.2 22

203 –olecularIdynamicsIsimulationsIofIq¯]IreductionIonIquR[[[SIandIquYΣn¯R[ZI[´flIZSIusingIchargeI
optimizedImanyIbodyIpotentialsXICatalysisfCommunicationsVI2014VIc]VIfbWfe 3.2 21

202 quIclusterIdepositionIonIΣn¯[Z[´flZhI–orphologyIandIgrowthImodeIpredictedIfromImolecularI
dynamicsIsimulationsXISurfacefScienceVI2014VId][VI[ZgW[[d 1.8 16
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201 oIchargeIoptimizedImanyWbodyIpotentialIforItitaniumInitrideIRéi SXIJournalfoffPhysicsfCondensedf
MatterVI2014VI]dVI]dcZZb 1.8 8

200 SynthesisVIqharacterizationVIandIqomputationIofIqatalystsIatItheIqenterIforIotomicWzevelIqatalystI
resignXIJournalfoffPhysicalfChemistryfCVI2014VI[[fVI]ZZbaW]ZZdg 3.8 17

199 refectIsngineeringIofIpiwaISingleIqrystalshIsnhancedIslectricalIandIRadiationI°erformanceIforI
RoomIéemperatureIuammaWRayIretectionXIJournalfoffPhysicalfChemistryfCVI2014VI[[fVIa]bbWa]cZ 3.8 59

198 oI–echanismIforIéi¯]ItormationIonISteppedIéi RZZ[SIfromItirstW°rinciplesIqalculationsXIJournalfoff
PhysicalfChemistryfCVI2014VI[[fVIafbWaff 3.8 7

197 oIchargeIoptimizedImanyWbodyIRq¯–pSIpotentialIforItitaniumIandItitaniaXIJournalfoffPhysicsf
CondensedfMatterVI2014VI]dVIa[cZZe 1.8 20

196 wnteractionIbetweenIvoidsIandIgrainIboundariesIinIU¯]IbyImolecularWdynamicsIsimulationXIJournalf
offNuclearfMaterialsVI2014VIbbfVIcaWd[ 3.3 7

195 –echanismsIofIΣrIsurfaceIcorrosionIdeterminedIviaImolecularIdynamicsIsimulationsIwithI
chargeWoptimizedImanyWbodyIRq¯–pSIpotentialsXIJournalfoffNuclearfMaterialsVI2014VIbc]VI]fcW]gc 3.3 22

194 rirectIzatticeI°arameterI–easurementsIUsingIvoortWSés–XIMicroscopyfandfMicroanalysisVI2014VI
]ZVI[ZcZW[Zc[ 0.5

193 RoleIofIcyberinfrastructureIinIeducatingItheInextIgenerationIofIcomputationalImaterialsIscientistsXI
IntegratingfMaterialsfandfManufacturingfInnovationVI2014VIaVIfcWfg 2.9

192 qlassicalIatomisticIsimulationsIofIsurfacesIandIheterogeneousIinterfacesIwithItheIchargeWoptimizedI
manyIbodyIRq¯–pSIpotentialsXIMaterialsfSciencefandfEngineeringfReportsVI2013VIebVI]ccW]eg 30.9 167

191 urowthIandIStructureIofIquIandIouIonItheI onpolarIΣn¯R[Z[IZSISurfacehISé–VI∕°SVIandIrtéI
StudiesXIJournalfoffPhysicalfChemistryfCVI2013VI[[eVI[fafdW[fage 3.8 24

190 SurfaceIdiffusionIonISréi¯aIR[ZZShIoItemperatureIacceleratedIdynamicsIandIfirstIprinciplesIstudyXI
SurfacefScienceVI2013VId[eVI]aeW]b[ 1.8 9

189 tittingIempiricalIpotentialshIqhallengesIandImethodologiesXICurrentfOpinionfinfSolidfStatefandf
MaterialsfScienceVI2013VI[eVI]daW]eZ 12 39

188
–echanismsIforIhyperthermalIpolyatomicIhydrocarbonImodificationIofI°––oIsurfacesIfromI
molecularIdynamicsIsimulationsXIJournalfoffVacuumfSciencefandfTechnologyfA:fVacuumsfSurfacesfandf
FilmsVI2013VIa[VIZd[bZa

2.9

187  StIcyberinfrastructureshIoInewIparadigmIforIadvancingImaterialsIsimulationXICurrentfOpinionfinf
SolidfStatefandfMaterialsfScienceVI2013VI[eVI]gfWaZb 12 25

186 sffectsIofIedgeIdislocationsIonIthermalItransportIinIU¯]XIJournalfoffNuclearfMaterialsVI2013VIbabVI]ZaW]Zg3.3 38

185 qhargeWoptimizedImanyWbodyIRq¯–pSIpotentialIforIzirconiumXIJournalfoffNuclearfMaterialsVI2013VI
bb[VI]ebW]eg 3.3 20

184 RoleIofIelectronicIeffectsIonItheIincorporationIofIqrIatIaI˛£cIgrainIboundaryIinIU¯]XIComputationalf
MaterialsfScienceVI2013VIefVI]gWaa 3.2 2
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183 SegregationIofIrutheniumItoIedgeIdislocationsIinIuraniumIdioxideXIJournalfoffNuclearfMaterialsVI
2013VIbb[VIgdW[Z] 3.3 8

182 otomicWScaleI±uantificationIofItheIqhemicalI–odificationIofI°olystyreneIthroughISVISqVIandISvI
repositionIfromI–olecularIrynamicsISimulationsXIJournalfoffPhysicalfChemistryfCVI2013VI[[eVI[][ZaW[][[Z3.8 1

181 ReactiveI°otentialsIforIodvancedIotomisticISimulationsXIAnnualfReviewfoffMaterialsfResearchVI2013VI
baVI[ZgW[]g 12.8 147

180 oIchargeWoptimizedImanyWbodyIpotentialIforItheIUWU¯]W¯]IsystemXIJournalfoffPhysicsfCondensedf
MatterVI2013VI]cVIcZcbZ[ 1.8 15

179 StructuralIeffectsIonImechanicalIresponseIofI–oS]InanostructuresIduringIcompressionXIJournalfoff
AppliedfPhysicsVI2013VI[[bVIZabaZf 2.5 7

178 éheIroleIofIchargeIandIionicIradiusIonIfissionIproductIsegregationItoIaImodelIU¯]IgrainIboundaryXI
JournalfoffAppliedfPhysicsVI2013VI[[aVI[abgZ] 2.5 19

177 –aterialIdesignIandIdiscoveryIwithIcomputationalImaterialsIscienceXIJournalfoffVacuumfSciencefandf
TechnologyfA:fVacuumsfSurfacesfandfFilmsVI2013VIa[VIZcZf[] 2.9 12

176 qomputationalIinvestigationIofItheImechanicalIandItribologicalIresponsesIofIamorphousIcarbonI
nanoparticlesXIJournalfoffAppliedfPhysicsVI2013VI[[aVIZeacZg 2.5 4

175 resignIofIzowI−earI°olymerIqompositesXITribologyfLettersVI2012VIbcVIegWfe 2.8 7

174 ₃ariableIchargeImanyWbodyIinteratomicIpotentialsXIMRSfBulletinVI2012VIaeVIcZbWc[] 3.2 48

173 °rimaryIradiationIdefectIproductionIinIpolyethyleneIandIcelluloseXIJournalfoffPhysicalfChemistryfBVI
2012VI[[dVI[aga]Wf 3.4 18

172 ocetyleneIwonIsnhancedIpondingIofI°bSI anoparticlesItoI±uaterthiopheneIinIéhinItilmsXIJournalfoff
PhysicalfChemistryfCVI2012VI[[dVI][dgaW][dgf 3.8 3

171 ₃ariableIchargeIreactiveIpotentialIforIhydrocarbonsItoIsimulateIorganicWcopperIinteractionsXI
JournalfoffPhysicalfChemistryfAVI2012VI[[dVIegedWg[ 2.8 76

170 otomisticIsimulationsIofItheIadsorptionIandImigrationIbarriersIofIquIadatomsIonIΣn¯IsurfacesI
usingIq¯–pIpotentialsXISurfacefScienceVI2012VIdZdVI[]fZW[]ff 1.8 26

169 qriticalIassessmentIofIU¯]IclassicalIpotentialsIforIthermalIconductivityIcalculationsXIJournalfoff
MaterialsfScienceVI2012VIbeVIedgaWeeZ] 4.3 46

168 –olecularIdynamicsIinvestigationIofItheIlubricationImechanismIofIcarbonInanoWonionsXI
ComputationalfMaterialsfScienceVI2012VIcbVIg[Wgd 3.2 33

167 éhreeIdecadesIofImanyWbodyIpotentialsIinImaterialsIresearchXIMRSfBulletinVI2012VIaeVIbdgWbea 3.2 39

166 –echanicalIbehaviorIofI–oS]InanotubesIunderIcompressionVItensionVIandItorsionIfromImolecularI
dynamicsIsimulationsXIJournalfoffAppliedfPhysicsVI2012VI[[]VI[]ac[Z 2.5 36
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165 zubricationImechanismsIofIhollowWcoreIinorganicIfullereneWlikeInanoparticleshIcouplingI
experimentalIandIcomputationalIworksXINanotechnologyVI2012VI]aVIaeceZ[ 3.4 38

164 SolubilityIandIclusteringIofIrutheniumIfissionIproductsIinIuraniumIdioxideIasIdeterminedIbyIdensityI
functionalItheoryXIPhysicalfReviewfBVI2012VIfcVI 3.3 13

163 vyperthermalIotomicI¯xygenIandIorgonI–odificationIofI°olymerISurfacesIwnvestigatedIbyI
–olecularIrynamicsISimulationsXIPlasmafProcessesfandfPolymersVI2012VIgVIdgZWeZZ 3.4 8

162 qlassicalIinteratomicIpotentialIforIorthorhombicIuraniumXIJournalfoffPhysicsfCondensedfMatterVI
2012VI]bVI]acbZa 1.8 14

161 trictionIandI−earIofI°yrophylliteIonItheIotomicIScaleXITribologyfLettersVI2012VIbdVI[cgW[dc 2.8 7

160 rataWrrivenI–odelIforIsstimationIofItrictionIqoefficientI₃iaIwnformaticsI–ethodsXITribologyfLettersVI
2012VIbeVI][[W]][ 2.8 23

159 °redictedImechanicalIpropertiesIofIaIcoiledIcarbonInanotubeXICarbonVI2012VIcZVIgdfWged 10.4 35

158 qomputerISimulationsIofI anometerWScaleIwndentationIandItrictionI2011VIbagWc]c 4

157 –olecularIdynamicsIstudyIofItheIadhesionIofIquYSi¯]IinterfacesIusingIaIvariableWchargeI
interatomicIpotentialXIPhysicalfReviewfBVI2011VIfaVI 3.3 42

156 StoichiometryIofItheIzate¯aIRZ[ZSIsurfaceIdeterminedIfromIfirstWprinciplesIandIthermodynamicI
calculationsXIPhysicalfReviewfBVI2011VIfaVI 3.3 29

155 SegregationIofIxenonItoIdislocationsIandIgrainIboundariesIinIuraniumIdioxideXIPhysicalfReviewfBVI
2011VIfbVI 3.3 46

154 otomisticIsimulationsIofIcopperIoxidationIandIquYqu]¯IinterfacesIusingIchargeWoptimizedI
manyWbodyIpotentialsXIPhysicalfReviewfBVI2011VIfbVI 3.3 59

153 urainIpoundariesIinIUraniumIrioxidehIScanningIslectronI–icroscopyIsxperimentsIandIotomisticI
SimulationsXIJournalfoffthefAmericanfCeramicfSocietyVI2011VIgbVI[fgaW[gZZ 3.8 66

152 StabilizationI–echanismsIofIzate¯aIRZ[ZSISurfacesIreterminedIwithItirstI°rinciplesIqalculationsXI
JournalfoffthefAmericanfCeramicfSocietyVI2011VIgbVI[ga[W[gag 3.8 13

151 ReparameterizationIofItheIRsp¯Wqv¯IpotentialIforIgrapheneIoxideImolecularIdynamicsI
simulationsXIPhysicalfReviewfBVI2011VIfbVI 3.3 29

150 sffectIofIinversionIonIthermoelasticIandIthermalItransportIpropertiesIofI–gol]¯bIspinelIbyI
atomisticIsimulationXIJournalfoffMaterialsfScienceVI2011VIbdVIccWd] 4.3 21

149 wnfluenceIofItheI–olecularIzevelIStructureIofI°olyethyleneIandI°olytetrafluoroethyleneIonIéheirI
éribologicalIResponseXITribologyfLettersVI2011VIb]VI[gaW]Z[ 2.8 20

148 –echanismsIofIwonWpeamI–odificationIofIéerthiopheneI¯ligomersIfromIotomisticISimulationsXI
JournalfoffPhysicalfChemistryfCVI2011VI[[cVI]agadW]agbc 3.8 5
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147 sffectIofIfluorocarbonImoleculesIconfinedIbetweenIslidingIselfWmatedI°étsIsurfacesXILangmuirVI
2011VI]eVIgg[ZWg 4 7

146 snergeticsIofI¯xidationIinI–oS]I anoparticlesIbyIrensityItunctionalIéheoryXIJournalfoffPhysicalf
ChemistryfCVI2011VI[[cVI[ZdZdW[Zd[d 3.8 42

145 –odelingIreactionIpathwaysIofIlowIenergyIparticleIdepositionIonIpolymerIsurfacesIviaIfirstI
principleIcalculationsXIJournalfoffPhysicalfChemistryfAVI2011VI[[cVIbgedWfe 2.8 1

144 –odelingIreactionIpathwaysIofIlowIenergyIparticleIdepositionIonIthiopheneIviaIabIinitioI
calculationsXIChemicalfPhysicsfLettersVI2011VIc[ZVI[geW]Z[ 2.5 2

143 StructureIandIenergeticsIofI[fZ´°IdomainIwallsIinI°béi¯aIbyIdensityIfunctionalItheoryXIJournalfoff
PhysicsfCondensedfMatterVI2011VI]aVI[ecgZ] 1.8 37

142 ΣhaoIetIalXIReplyhXIPhysicalfReviewfLettersVI2010VI[ZcVI 7.4 1

141 –olecularIdynamicsIsimulationsIofISréi¯aIthinWfilmIgrowthIfromIclusterIdepositionXIJournalfoff
PhysicsfCondensedfMatterVI2010VI]]VIZbcZZ[ 1.8 4

140 –ultilevelIqomputationalIonalysisIofItluorocarbonI°olyatomicIrepositionIonIriamondXIJournalfoff
PhysicalfChemistryfCVI2010VI[[bVI[]cacW[]cbb 3.8 2

139 °ublisherQsI otehISecondWgenerationIchargeWoptimizedImanyWbodyIpotentialIforISiYSi¯]IandI
amorphousIsilicaIα°hysXIRevXIpIf]VI]acaZ]IR]Z[ZS]XIPhysicalfReviewfBVI2010VIf]VI 3.3 3

138 wntrinsicIelectrostaticIeffectsIinInanostructuredIceramicsXIPhysicalfReviewfBVI2010VIf[VI 3.3 20

137 qhargeWoptimizedImanyWbodyIpotentialIforItheIhafniumYhafniumIoxideIsystemXIPhysicalfReviewfBVI
2010VIf[VI 3.3 109

136 SecondWgenerationIchargeWoptimizedImanyWbodyIpotentialIforISiYSi¯]IandIamorphousIsilicaXI
PhysicalfReviewfBVI2010VIf]VI 3.3 79

135 StructureIandIdiffusionIofIintrinsicIdefectIcomplexesIinIzi b¯â��IfromIdensityIfunctionalItheoryI
calculationsXIJournalfoffPhysicsfCondensedfMatterVI2010VI]]VI[acZZ] 1.8 30

134 qomputerISimulationsIofI anometerWScaleIwndentationIandItrictionI2010VIgccW[Z[[ 2

133 StabilityIandIchargeItransferIlevelsIofIextrinsicIdefectsIinIzi b¯aXIPhysicalfReviewfBVI2010VIf]VI 3.3 38

132 wnteractionsIofIrefectsIandIromainI−allsIinIzi b¯aâ��IwnsightsIfromISimulationsXIIOPfConferencef
Series:fMaterialsfSciencefandfEngineeringVI2010VI[cVIZ[]ZZa 0.4 2

131 sffectIofIionicIpolarizabilityIonIoxygenIdiffusionIinI˛·Wpi]¯aIfromIatomisticIsimulationXIIonicsVI2010VI
[dVI]geWaZa 2.7 19

130 trictionI°ropertiesIofIqarbonI anoW¯nionsIfromIsxperimentIandIqomputerISimulationsXITribologyf
LettersVI2010VIaeVIecWf[ 2.8 64

(2010-2011)
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129  anoindentationIofIsurfactantIaggregatesXIJournalfoffColloidfandfInterfacefScienceVI2010VIabgVI[gdW]Zb 9.3 3

128
omorphizationIofI˛–WquartzIandIcomparativeIstudyIofIdefectsIinIamorphizedIquartzIandISiI
nanocrystalsIembeddedIinIamorphousIsilicaXINuclearfInstrumentsflfMethodsfinfPhysicsfResearchfBVI
2010VI]dfVIaZgcWaZgf

1.2 1

127 oIcriticalIassessmentIofIinteratomicIpotentialsIforIceriaIwithIapplicationItoIitsIelasticIpropertiesXI
SolidfStatefIonicsVI2010VI[f[VIcc[Wccd 3.3 39

126 UniqueIbucklingIresponsesIofImultiWwalledIcarbonInanotubesIincorporatedIasItorsionIspringsXI
CarbonVI2010VIbfVI[dgeW[eZ[ 10.4 16

125 otomicWScaleISimulationsIofItheI–echanicalIpehaviorIofIqarbonI anotubeISystemsXIChallengesfandf
AdvancesfinfComputationalfChemistryfandfPhysicsVI2010VI]ccW]gc 0.7 2

124 oItorsionalIparametricIoscillatorIbasedIonIcarbonInanotubesXIAppliedfPhysicsfLettersVI2009VIgcVIZfa[[] 3.4 9

123 StructureIandIenergeticsIofIsrIdefectsIinIzi b¯aIfromIfirstWprinciplesIandIthermodynamicI
calculationsXIPhysicalfReviewfBVI2009VIfZVI 3.3 33

122 éransitionIfromIthermalItoIathermalIfrictionIunderIcryogenicIconditionsXIPhysicalfReviewfLettersVI
2009VI[Z]VI[fd[Z] 7.4 58

121 °ublisherQsI otehI–ixedIplochW ˆ'elWwsingIcharacterIofI[fZ´°IferroelectricIdomainIwallsIα°hysXIRevXIpI
fZVIZdZ[Z]IR]ZZgS]XIPhysicalfReviewfBVI2009VIfZVI 3.3 14

120 –ixedIplochW ˆ'elWwsingIcharacterIofI[fZ´°IferroelectricIdomainIwallsXIPhysicalfReviewfBVI2009VIfZVI 3.3 121

119 oIcomputationalIstudyIofISréi¯aIthinIfilmIdepositionhI–orphologyIandIgrowthImodesXIJournalfoff
MaterialsfResearchVI2009VI]bVI[ggbW]ZZZ 2.5 2

118 qomputationalIandIexperimentalIstudiesIofIphaseIseparationIinIpentacenehqdZImixturesXIJournalfoff
VacuumfScienceflfTechnologyfBVI2009VI]eVI[dg 19

117 éheIeffectIofInormalIloadIonIpolytetrafluoroethyleneItribologyXIJournalfoffPhysicsfCondensedf
MatterVI2009VI][VI[bb]Z[ 1.8 25

116 °iecewiseWstationaryIbanditIproblemsIwithIsideIobservationsI2009VI 18

115 –orphologyIandIgrowthImodesIofImetalWoxidesIdepositedIonISréi¯aXISurfacefScienceVI2009VIdZaVIfeaWffZ1.8 11

114 éhermalIéransportIinI¯ffWStoichiometricIUraniumIrioxideIbyIotomicIzevelISimulationXIJournalfoff
thefAmericanfCeramicfSocietyVI2009VIg]VIfcZWfcd 3.8 47

113 –odificationIofIpolyRmethylImethacrylateSIbyIke₃IorIdepositionXINuclearfInstrumentsflfMethodsfinf
PhysicsfResearchfBVI2009VI]deVI]c]cW]ca[ 1.2 9

112 snergeticsIofIintrinsicIpointIdefectsIinIuraniumIdioxideIfromIelectronicWstructureIcalculationsXI
JournalfoffNuclearfMaterialsVI2009VIafbVId[Wdg 3.3 118
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111 StructureIofI˛·Wpi]¯aIfromIdensityIfunctionalItheoryhIoIsystematicIcrystallographicIanalysisXIJournalf
offSolidfStatefChemistryVI2009VI[f]VI[]]]W[]]f 3.3 14

110 snergeticsIofIchargedIpointIdefectsIinIrutileIéi¯]IbyIdensityIfunctionalItheoryXIActafMaterialiaVI
2009VIceVIcff]Wcfg[ 8.4 29

109 qhemicalI–odificationIofI°olypropyleneIandI°olystyreneIthroughItluorocarbonIwonIpeamI
repositionXIJournalfoffPhysicalfChemistryfCVI2009VI[[aVI[efdZW[efdc 3.8 2

108 °arametrizationIofIaIreactiveImanyWbodyIpotentialIforI–oâ��SIsystemsXIPhysicalfReviewfBVI2009VIegVI 3.3 198

107 éhermodynamicsIofIfissionIproductsIinIU¯R]I´–IxSXIJournalfoffPhysicsfCondensedfMatterVI2009VI][VIbacdZ]1.8 45

106 –aterialsIscienceXISimulatingImultifunctionalIstructuresXIScienceVI2009VIa]cVI[dabWc 33.3 32

105 qomputationalIinvestigationIofItheImechanicalIpropertiesIofInanomaterialsXIDiamondfandfRelatedf
MaterialsVI2009VI[fVIbafWbb] 3.5 6

104 éowardIanIotomisticallyIwnformedItuelI°erformanceIqodehIéhermalI°ropertiesIUsingItRo°q¯ IandI
–olecularIrynamicsISimulationXINuclearfTechnologyVI2009VI[dcVIaZfWa[] 1.4 6

103 StabilityIofIintrinsicIdefectsIandIdefectIclustersIinIzi b¯aIfromIdensityIfunctionalItheoryI
calculationsXIPhysicalfReviewfBVI2008VIefVI 3.3 96

102 qouplingIofIsurfaceIrelaxationIandIpolarizationIinI°béi¯afromIatomisticIsimulationXIJournalfoff
PhysicsfCondensedfMatterVI2008VI]ZVIagcZZb 1.8 11

101 wntegratingIexperimentalIandIsimulationIlengthIandItimeIscalesIinImechanisticIstudiesIofIfrictionXI
JournalfoffPhysicsfCondensedfMatterVI2008VI]ZVIacbZ[] 1.8 7

100 éuningItheItorsionalIpropertiesIofIcarbonInanotubeIsystemsIwithIaxialIprestressXIAppliedfPhysicsf
LettersVI2008VIg]VI]ca[[b 3.4 20

99 tirstWprinciplesIdeterminationIofIstaticIpotentialIenergyIsurfacesIforIatomicIfrictionIinI–oS]IandI
–o¯aXIPhysicalfReviewfBVI2008VIeeVI 3.3 89

98 sffectIofItheIslidingIorientationIonItheItribologicalIpropertiesIofIpolyethyleneIinImolecularI
dynamicsIsimulationsXIJournalfoffAppliedfPhysicsVI2008VI[ZaVIZfacZ] 2.5 29

97 éhermalItransportIpropertiesIofIuraniumIdioxideIbyImolecularIdynamicsIsimulationsXIJournalfoff
NuclearfMaterialsVI2008VIaecVIaffWagd 3.3 81

96 orIbeamImodificationIofInanotubeIbasedIcompositesIusingImolecularIdynamicsIsimulationsXI
CompositesfSciencefandfTechnologyVI2008VIdfVI]ZbgW]Zcc 8.6 22

95 ₃acancyW¯rderedIStructureIofIqubicIpismuthI¯xideIfromISimulationIandIqrystallographicIonalysisXI
JournalfoffthefAmericanfCeramicfSocietyVI2008VIg[VI]abgW]acd 3.8 36

94 qomputerISimulationsIofI anometerWScaleIwndentationIandItrictionI2008VIdccWebZ

(2008-2009)

11



93 sffectIofImolecularIinteractionsIonIcarbonInanotubeIfrictionXIJournalfoffAppliedfPhysicsVI2007VI[Z]VIZdbaZe2.5 22

92 obIinitioImolecularIdynamicsIstudyIofImethanolIadsorptionIonIcopperIclustersXIJournalfoffPhysicalf
ChemistryfAVI2007VI[[[VIbb[Wg 2.8 25

91 qhargeIoptimizedImanyWbodyIpotentialIforItheISiâ��Si¯]IsystemXIPhysicalfReviewfBVI2007VIecVI 3.3 132

90 –ultiscaleWfailureIcriteriaIofIcarbonInanotubeIsystemsIunderIbiaxialItensionâ��torsionXI
NanotechnologyVI2007VI[fVIbfce[c 3.4 11

89 –echanisticIStudiesIofISurfaceI°olymerizationIbyIwonWossistedIrepositionXIJournalfoffPhysicalf
ChemistryfCVI2007VI[[[VIb[ggWb]Zf 3.8 12

88 wnvestigationIofItheIinfluenceIofIthermostatIconfigurationsIonItheImechanicalIpropertiesIofIcarbonI
nanotubesIinImolecularIdynamicsIsimulationsXIJournalfoffNanosciencefandfNanotechnologyVI2007VIeVI[c[fW]b1.3 26

87 °redictionIofIhighWtemperatureIpointIdefectIformationIinIéi¯]IfromIcombinedIabIinitioIandI
thermodynamicIcalculationsXIActafMaterialiaVI2007VIccVIba]cWbaae 8.4 101

86 qombinedIcomputationalIandIexperimentalIstudyIofIorIbeamIinducedIdefectIformationIinIgraphiteXI
NuclearfInstrumentsflfMethodsfinfPhysicsfResearchfBVI2007VI]d]VI]bZW]bf 1.2 30

85 qomputationalIstudyIofIstericIeffectsIonItheIopticalIpropertiesIofIoligomersXIJournalfoff
LuminescenceVI2007VI[]dVI]efW]ff 3.8 3

84 sffectIofIsimulationIconditionsIonIfrictionIinIpolytetrafluoroethyleneIR°étsSXIJournalfoff
ComputertAidedfMaterialsfDesignVI2007VI[bVI]agW]bd 10

83 éensileImechanicalIbehaviorIofIhollowIandIfilledIcarbonInanotubesIunderItensionIorIcombinedI
tensionWtorsionXIAppliedfPhysicsfLettersVI2007VIgZVIZ]a[Z] 3.4 70

82 slasticItorsionalIresponsesIofIcarbonInanotubeIsystemsXIJournalfoffAppliedfPhysicsVI2007VI[Z[VIZfbaZg 2.5 70

81 SlidingIorientationIeffectsIonItheItribologicalIpropertiesIofIpolytetrafluoroethyleneXIJournalfoff
AppliedfPhysicsVI2007VI[Z]VI[]acZg 2.5 43

80 wnteratomicIpotentialIforItheIstructureIandIenergeticsIofItetrahedrallyIcoordinatedIsilicaI
polymorphsXIPhysicalfReviewfBVI2007VIecVI 3.3 9

79
qhemicalImodificationIofItheIpolyRvinylideneIfluorideWtrifluoroethyleneSIcopolymerIsurfaceI
throughIfluorocarbonIionIbeamIdepositionXIJournalfoffVacuumfSciencefandfTechnologyfA:fVacuumsf
SurfacesfandfFilmsVI2007VI]cVI[ZfbW[Zg]

2.9 4

78 otomicWzevelISimulationIofIterroelectricityIinI¯xideshIqurrentIStatusIandI¯pportunitiesXIAnnualf
ReviewfoffMaterialsfResearchVI2007VIaeVI]agW]eZ 12.8 27

77 éorsionalIstiffeningIofIcarbonInanotubeIsystemsXIAppliedfPhysicsfLettersVI2007VIg[VIZga[Z] 3.4 36

76 qomputerISimulationsIofI anometerWScaleIwndentationIandItrictionI2007VI[Zc[W[[Zd 7
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75
qomparisonIofImorphologyIandImechanicalIpropertiesIofIsurfactantIaggregatesIatIwaterWsilicaIandI
waterWgraphiteIinterfacesIfromImolecularIdynamicsIsimulationsXIJournalfoffColloidfandfInterfacef
ScienceVI2006VI]gdVIab]Wg

9.3 28

74 qhargedIrefectItormationIsnergiesIinIéi¯]IUsingItheISupercellIopproximationXIAdvancesfinfSciencef
andfTechnologyVI2006VIbcVI[Wf 0.1 6

73
–orphologyIofI°olythiopheneItilmsI°roducedIviaISurfaceI°olymerizationIbyIwonWossistedI
repositionhIoIqombinedIsxperimentalIandIqomputationalIStudyXIMaterialsfResearchfSocietyf
SymposiafProceedingsVI2006VIgaeVI[

1

72 qarbonInanotubesIasInanoelectromechanicalIsystemsIcomponentsI2006VIad[Wbff 1

71 RelativeIstabilitiesIofIogImultilayersIonIuaosIandIuaSbIdeterminedIfromIabIinitioIcalculationsXI
PhysicalfReviewfBVI2006VIebVI 3.3 1

70 wonIseparationIusingIaIYWjunctionIcarbonInanotubeXINanotechnologyVI2006VI[eVIfgcWgZZ 3.4 91

69 –olecularIdynamicsIsimulationsIofIelectronIandIionIbeamIirradiationIofImultiwalledIcarbonI
nanotubeshIéheIeffectsIonIfailureIbyIinnerItubeIslidingXIPhysicalfReviewfBVI2006VIeaVI 3.3 47

68 qomputationalIwnvestigationIofItheIqhemicalI–odificationIofI°olystyreneIthroughItluorocarbonI
andIvydrocarbonIwonIpeamIrepositionXIChemistryfoffMaterialsVI2006VI[fVIg[bWg][ 9.6 12

67 wonIdepositionIinducedImodificationIofIcarbonInanopeapodshIoIcomputationalIstudyXIChemicalf
PhysicsfLettersVI2006VIb]]VI[aeW[b[ 2.5 7

66 squilibriumIandInonequilibriumItransportIofIoxygenIinIcarbonInanotubesXINanofLettersVI2005VIcVIegaWf 11.5 36

65 reflectionIofInanotubesIinIresponseItoIexternalIatomicIcollisionsXINanofLettersVI2005VIcVI]daWf 11.5 15

64 –orphologyIandImechanicalIpropertiesIofIsurfactantIaggregatesIatIwaterWsilicaIinterfaceshI
molecularIdynamicsIsimulationsXILangmuirVI2005VI][VIcaaeWb] 4 30

63 obIwnitioIqalculationsIofIwntrinsicIrefectsIinIRutileIéi¯]XIJournalfoffthefAmericanfCeramicfSocietyVI
2005VIffVIeaeWeb[ 3.8 30

62 trictionalIanisotropyIofIorientedIcarbonInanotubeIsurfacesXITribologyfLettersVI2005VI[fVIcgWd] 2.8 124

61 sffectIofIfillingIonItheIcompressibilityIofIcarbonInanotubeshIpredictionsIfromImolecularIdynamicsI
simulationsXIJournalfoffNanosciencefandfNanotechnologyVI2005VIcVIcadWb[ 1.3 27

60
qomparisonIofIqvbIandI]IéransportIéhroughI¯penedIqarbonI anotubeshI°redictionsIfromI
–olecularIrynamicsISimulationsXIInternationalfJournalfforfMultiscalefComputationalfEngineeringVI
2005VIaVIaegWag[

2.4 2

59 qomputationalI–odelingIofI anometerWScaleIéribologyI2005VId]aWdg[ 8

58 zocalizationIandIquantizationIinIcovalentlyIbondedIcarbonInanotubeIjunctionsXIPhysicalfReviewfBVI
2004VIdgVI 3.3 13

(2004-2006)
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57 puildingIaIbetterIunitIcellhIapplicationItoItheIogR[[[SYuaosR[[ZSIsystemXIJournalfoffPhysicsf
CondensedfMatterVI2004VI[dVIbdd[Wbded 1.8 2

56 oIreactiveIempiricalIbondIorderIRRsp¯SIpotentialIforIhydrocarbonâ��oxygenIinteractionsXIJournalfoff
PhysicsfCondensedfMatterVI2004VI[dVIe]d[We]ec 1.8 83

55 qonstantItemperatureImolecularIdynamicsIsimulationsIofIenergeticIparticleâ��solidIcollisionshI
comparisonIofItemperatureIcontrolImethodsXIJournalfoffComputationalfPhysicsVI2004VI]ZZVI]c[W]dd 4.1 35

54 wnteractionIofIfunctionalizedIbenzeneImoleculesIwithIcarbonInanoporesXIChemicalfPhysicsfLettersVI
2004VIafgVIgdW[ZZ 2.5 14

53 –olecularIdynamicsIsimulationsIofIpolyatomicWionIbeamIdepositionWinducedIchemicalImodificationI
ofIcarbonInanotubeYpolymerIcompositesXIJournalfoffMaterialsfChemistryVI2004VI[bVIe[g 29

52 rependenceIofIplasmaWinducedImodificationIofIpolymerIsurfacesIonIpolyatomicIionIchemistryXI
AppliedfPhysicsfLettersVI2004VIfbVIc[[fWc[]Z 3.4 10

51 qomputationalIStudiesIofI onWsquilibriumI–olecularIéransportIthroughIqarbonI anotubesXI
JournalfoffPhysicalfChemistryfBVI2004VI[ZfVIgfd[WgfeZ 3.4 32

50  anostructureIofItluorocarbonItilmsIrepositedIonI°olystyreneIfromIvyperthermalIqatcUIwonsXI
JournalfoffPhysicalfChemistryfBVI2004VI[ZfVIgdcdWgddb 3.4 28

49 –olecularIrynamicsISimulationsIofItheIqhemicalI–odificationIofI°olystyreneIthroughIqxtyUIpeamI
repositionXIJournalfoffPhysicalfChemistryfBVI2004VI[ZfVI[fggaW[gZZ[ 3.4 32

48 –olecularIrynamicsISimulationIStudyIofIqarbonI anotubeI−eldingIunderIslectronIpeamI
wrradiationXINanofLettersVI2004VIbVI[ZgW[[b 11.5 96

47 qeramicYmetalIinterfaceIstructuresIandItheirIrelationshipItoIatomicWIandImesoWscaleIpropertiesXI
MaterialsfSciencefandfEngineeringfReportsVI2003VIbaVI[Wcg 30.9 134

46 oImolecularIdynamicsIstudyIofIthinWfilmIformationIviaImolecularIclusterIbeamIdepositionhIeffectIofI
incidentIspeciesXISurfacefScienceVI2003VIc]dVI]aZW]b] 1.8 12

45
–odificationIofIcarbonInanotubeWpolystyreneImatrixIcompositesIthroughIpolyatomicWionIbeamI
depositionIpredictionsIfromImolecularIdynamicsIsimulationsXICompositesfSciencefandfTechnologyVI
2003VIdaVI[ddaW[ddg

8.6 37

44 ±uantumIrotsIfromIqarbonI anotubeIxunctionsXIMaterialsfResearchfSocietyfSymposiafProceedingsVI
2003VIefgVI][e 1

43 –olecularIdynamicsIsimulationIofIthinIfilmInucleationIthroughImolecularIclusterIbeamIdepositionhI
sffectIofIincidentIangleXINuclearfInstrumentsflfMethodsfinfPhysicsfResearchfBVI2002VI[gcVIa]gWaaf 1.2 6

42 obIwnitioIqalculationsIofI°ristineIandIropedIΣirconiaI˛£cIRa[ZSYαZZ[]IéiltIurainIpoundariesXIJournalfoff
thefAmericanfCeramicfSocietyVI2002VIfcVI[cgbW[dZZ 3.8 33

41 qompressionIofIcarbonInanotubesIfilledIwithIqdZVIqvbVIorI ehIpredictionsIfromImolecularIdynamicsI
simulationsXIPhysicalfReviewfLettersVI2002VIffVI]ZccZc 7.4 190

40 oIsecondWgenerationIreactiveIempiricalIbondIorderIRRsp¯SIpotentialIenergyIexpressionIforI
hydrocarbonsXIJournalfoffPhysicsfCondensedfMatterVI2002VI[bVIefaWfZ] 1.8 2450
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39 °redictionsIofIaIspiralIdiffusionIpathIforInonsphericalIorganicImoleculesIinIcarbonInanotubesXI
PhysicalfReviewfLettersVI2002VIfgVI]efaZ[ 7.4 49

38 StudyIofIqavcUIionIdepositionIonIpolystyreneIandIpolyethyleneIsurfacesIusingImolecularIdynamicsI
simulationsXIJournalfoffAppliedfPhysicsVI2002VIg]VIaadaWaade 2.5 15

37
StudyIofIangularIinfluenceIofIqavcUIionIdepositionIonIpolystyreneIsurfacesIusingImolecularI
dynamicsIsimulationsXIJournalfoffVacuumfSciencefandfTechnologyfA:fVacuumsfSurfacesfandfFilmsVI
2002VI]ZVIcdbWcdf

2.9 13

36 qhemicalIfunctionalizationIofIcarbonInanotubesXIJournalfoffNanosciencefandfNanotechnologyVI2002VI
]VI[[aW]a 1.3 208

35
éhinWfilmInucleationIthroughImolecularIclusterIbeamIdepositionhIqomparisonIofItightWbindingIandI
manyWbodyIempiricalIpotentialImolecularIdynamicsIsimulationsXIJournalfoffChemicalfPhysicsVI2002VI
[[dVIdeafWdebb

3.9 11

34 éheIgrowthIandImodificationIofImaterialsIviaIionâ��surfaceIprocessingXISurfacefScienceVI2002VIcZZVIcZZWc]] 1.8 97

33 qomparisonIofIgrowthIofIhydrocarbonIthinIfilmsIbyImolecularWbeamIandIclusterWbeamIdepositionhI
atomisticIsimulationsXIThinfSolidfFilmsVI2001VIaf[VIeaWfa 2.2 7

32
vydrocarbonIthinIfilmsIproducedIfromIadamantaneâ��diamondIsurfaceIdepositionhI–olecularI
dynamicsIsimulationsXIJournalfoffVacuumfSciencefandfTechnologyfA:fVacuumsfSurfacesfandfFilmsVI
2001VI[gVI]d]W]dd

2.9 9

31 qarbonI anotubeshISynthesisVI°ropertiesVIandIopplicationsXICriticalfReviewsfinfSolidfStatefandf
MaterialsfSciencesVI2001VI]dVI[bcW]bg 10.1 337

30 éribologicalIpropertiesIofIcarbonInanotubeIbundlesIpredictedIfromIatomisticIsimulationsXISurfacef
ScienceVI2001VIbfeVIfeWgd 1.8 97

29 SorptionIofIputaneIonIqarbonI–ultiwallI anotubesIatIRoomIéemperatureXILangmuirVI2001VI[eVIecbZWecbb4 78

28 oIqombinedIqomputationalIandIsxperimentalIStudyIofIwonWpeamI–odificationIofIqarbonI anotubeI
pundlesXIJournalfoffPhysicalfChemistryfBVI2001VI[ZcVI[]e[gW[]e]c 3.4 100

27 SeparationIofI¯rganicI–olecularI–ixturesIinIqarbonI anotubesIandIpundleshII–olecularIrynamicsI
SimulationsXIJournalfoffPhysicalfChemistryfBVI2001VI[ZcVIdg[dWdg]b 3.4 139

26 –echanicalIandIéribologicalI°ropertiesIofIqarbonI anotubesIwnvestigatedIwithIotomisticI
SimulationsXIMaterialsfResearchfSocietyfSymposiafProceedingsVI2000VIdaaVI[ea[

25 °referredIcrystallographicIorientationIrelationshipsIofInickelIfilmsIdepositedIonIR[ZZSIcubicWzirconiaI
substratesXIThinfSolidfFilmsVI2000VIae]VIaeWbb 2.2 19

24 sffectsIofIuniqueIionIchemistryIonIthinWfilmIgrowthIbyIplasmaWsurfaceIinteractionsXIProceedingsfoff
thefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaVI2000VIgeVI]aWe 11.5 56

23 ±uantumISizeIsffectsIinI–etallicI¯verlayerIspitaxyXIJapanesefJournalfoffAppliedfPhysicsVI2000VIagVIbaZ]WbaZd1.4 3

22 qhemicalIfunctionalizationIofIcarbonInanotubesIthroughIenergeticIradicalIcollisionsXIPhysicalf
ReviewfBVI2000VId[VIR[dabaWR[dabd 3.3 74

(2000-2002)
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21 sffectIofIpolyatomicIionIstructureIonIthinWfilmIgrowthhIsxperimentsIandImolecularIdynamicsI
simulationsXIJournalfoffAppliedfPhysicsVI2000VIffVIcZZbWcZ[d 2.5 75

20 obIinitioIcalculationsIofIrigidWbodyIdisplacementsIatItheI˛£cIR][ZSItiltIgrainIboundaryIinIéi¯]XI
PhysicalfReviewfBVI2000VId[VI[cdbcW[cdbf 3.3 23

19 oIqomputationalIStudyIofI–olecularIriffusionIandIrynamicItlowIthroughIqarbonI anotubesXI
JournalfoffPhysicalfChemistryfBVI2000VI[ZbVIbd[fWbd]b 3.4 189

18 –odelIofIcarbonInanotubeIgrowthIthroughIchemicalIvaporIdepositionXIChemicalfPhysicsfLettersVI
1999VIa[cVI]cWaZ 2.5 460

17 –olecularIdynamicsIofIcarbonInanotubuleIproximalIprobeItipWsurfaceIcontactsXIPhysicalfReviewfBVI
1999VIdZVI[aefdW[aeg[ 3.3 38

16 sffectIofIsurfaceIreactivityIonItheInucleationIofIhydrocarbonIthinIfilmsIthroughImolecularWclusterI
beamIdepositionXISurfacefScienceVI1999VIb]dVIfaWg[ 1.8 15
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