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j Paper IF Citations

253 “ultiscaleKsimulationsKofKpolyzwitterionsKinKaqueousKbulkKsolutionsKandKbrushKarrayKconfigurationsZK
SoftgMatterWK2021WK 3.6 4

252 ThermodynamicKanalysisKofKoligomericKblendsKbyKapplyingKtheKKirkwoodXruffKtheoryKofKsolutionsZK
JournalgofgPhysics:gConferencegSeriesWK2021WKb]i]WK]ab]gi 0.3 0

251  otentialKofK“eanKvorceKbetweenKrareKorKwraftedKβilica[ olystyreneKβurfacesKfromKβelfXsonsistentK
vieldKTheoryZKPolymersWK2021WKacWK 4.5 5

250 αuβseLjKqKβelfXsonsistentKvieldKTheoryKsodeKforKynhomogeneousK olymerKynterphasesZKComputation
WK2021WKiWKeg 2.2 2

249 uffectKofKβurfaceK”anopatterningKonKβlipjKTheKsaseKofKsouetteKvlowKofKLongXshainK olyethyleneK
“eltKvlowingK astKwoldKβurfacesZKJournalgofgPhysicalgChemistrygBWK2021WKabeWKffhaXffif 3.4 1

248 “olecularKsimulationsKofKdopamineKinKaKlipidKbilayerK2021WK 1

247 “olecularKtynamicsKβimulationsKofK olyethyleneKrilayersZKJournalgofgPhysics:gConferencegSeriesWK
2021WKagc]WK]ab]ci 0.3

246 βtructureKandKthermodynamicsKofKgraftedKsilica[polystyreneKdiluteKnanocompositesKinvestigatedK
throughKselfXconsistentKfieldKtheoryZKSoftgMatterWK2021WKagWKd]ggXd]ig 3.6 6

245 “olecularKdynamicsKsimulationsKofKstretchXinducedKcrystallizationKinKlayeredKpolyethyleneZKPolymerg
CrystallizationWK2021WKdWKea]agb 0.9

244 ynKsilicoKstudyKofKlevodopaKinKhydratedKlipidKbilayersKatKtheKatomisticKlevelZKJournalgofgMolecularg
GraphicsgandgModellingWK2021WKa]gWKa]gigb 2.8 1

243 qKthreeXdimensionalKfiniteKelementKmethodologyKforKaddressingKheterogeneousKpolymerKsystemsK
withKsimulationsKbasedKonKselfXconsistentKfieldKtheoryK2021WK 2

242 “olecularKβimulationsKandK“echanisticKqnalysisKofKtheKuffectKofKs–KβorptionKonKThermodynamicsWK
βtructureWKandKLocalKtynamicsKofK“oltenKqtacticK olystyreneZKMacromoleculesWK2020WKecWKcffiXcfhi 5.5 8

241 “olecularKtynamicsKTestKofKtheKβtressXThermalKαuleKinK olyethyleneKandK olystyreneKuntangledK
“eltsZKMacromoleculesWK2020WKecWKghiXh]b 5.5 3

240 vreeKenergyKcalculationsKbyKmolecularKsimulationsKofKdeformedKpolymerKglassesZKComputergPhysicsg
CommunicationsWK2020WKbdiWKa]g]]h 4.2 4

239 qtomisticKsimulationsKofKlongXchainKpolyethyleneKmeltsKflowingKpastKgoldKsurfacesjKstructureKandK
wallXslipZKMoleculargPhysicsWK2020WKaahWKeag]fgge 1.7 5

238  romisingKαouteKforKtheKtevelopmentKofKaKsomputationalKvrameworkKforKβelfXqssemblyKandK haseK
rehaviorK redictionKofKyonicKβurfactantsKUsingK“qαTy”yZKJournalgofgPhysicalgChemistrygBWK2020WKabdWKeefXefg3.4 15

237 KineticKconceptsKandKlocalKfailureKinKtheKinterfacialKshearKstrengthKofKepoxyXgrapheneK
nanocompositesZKPhysicalgReviewgEWK2020WKa]bWK]c]e]a 2.4 2
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236 “olecularK“odelingKynvestigationsKofKβorptionKandKtiffusionKofKβmallK“oleculesKinKwlassyK olymersZK
MembranesWK2019WKiWK 3.8 24

235 “ultiscaleKβimulationsKofKwraphiteXsappedK olyethyleneK“eltsjKrrownianKtynamics[KineticK“onteK
sarloKsomparedKtoKqtomisticKsalculationsKandKuxperimentZKMacromoleculesWK2019WKebWKge]cXgebc 5.5 13

234 “olecularKdynamicsKsimulationsKofKu –”Xhfb[tuTtqKepoxyKnetworksjKstructureWKtopologyWKelasticK
constantsWKandKlocalKdynamicsZKSoftgMatterWK2019WKaeWKgbaXgcc 3.6 24

233 shameleonjKqKgeneralizedWKconnectivityKalteringKsoftwareKforKtacklingKpropertiesKofKrealisticK
polymerKsystemsZKWileygInterdisciplinarygReviews:gComputationalgMoleculargScienceWK2019WKiWKeadad 7.9 2

232 βelfXsonsistentKvieldKTheoryKsoupledKwithKβquareKwradientKTheoryKofKvreeKβurfacesKofK“oltenK
 olymersKandKsomparedKtoKqtomisticKβimulationsKandKuxperimentZKMacromoleculesWK2019WKebWKeccgXecef5.5 12

231 βim”anojKqKTrustKαegionKβtrategyKforKLargeXβcaleK“olecularKβystemsKunergyK“inimizationKrasedKonK
uxactKβecondX–rderKterivativeKynformationZKJournalgofgChemicalgInformationgandgModelingWK2019WKeiWKai]Xb]e6.1 2

230 ThermodynamicKqnalysisKofKnXxexaneXuthanolKrinaryK“ixturesKUsingKtheKKirkwoodXruffKTheoryZK
JournalgofgPhysicalgChemistrygBWK2019WKabcWKbdgXbeg 3.4 7

229
“ultiscaleK“olecularKβimulationsKofK olymerX“atrixK”anocompositesjKorKWhatK“olecularK
βimulationsKxaveKTaughtKusKqboutKtheKvascinatingK”anoworldZKArchivesgofgComputationalgMethodsg
ingEngineeringWK2018WKbeWKeiaXfde

7.8 33

228
somputationalKβtudiesKofK”anographeneKβystemsjKuxtendedKtiscoticsWKsovalentlyKLinkedK
â��βupermoleculesWâ��KandKvunctionalizedKβupramolecularKqssembliesZKJournalgofgPhysicalgChemistrygCWK
2018WKabbWKahgaeXahgca

3.8 4

227 ThermodynamicKanalysisKofKLennardXzonesKbinaryKmixturesKusingKKirkwoodXruffKtheoryZKFluidgPhaseg
EquilibriaWK2018WKdg]WKbeXcg 2.5 11

226
“esoscopicKβimulationsKofKvreeKβurfacesKofK“oltenK olyethylenejKrrownianKtynamics[KineticK
“onteKsarloKsoupledKwithKβquareKwradientKTheoryKandKsomparedKtoKqtomisticKsalculationsKandK
uxperimentZKMacromoleculesWK2018WKeaWKigihXihae

5.5 13

225 βlipKβpringXrasedK“esoscopicKβimulationsKofK olymerK”etworksjK“ethodologyKandKtheK
sorrespondingKsomputationalKsodeZKPolymersWK2018WKa]WK 4.5 12

224 TacticityKuffectKonKtheKsonformationalK ropertiesKofK olypropyleneKandK olySethyleneâ��propyleneTK
sopolymersZKMacromoleculesWK2018WKeaWKfhghXfhia 5.5 10

223 uxploringKtheKinteractionsKofKirbesartanKandKirbesartanXbXhydroxypropylX˛†XcyclodextrinKcomplexK
withKmodelKmembranesZKBiochimicagEtgBiophysicagActagugBiomembranesWK2017WKaheiWKa]hiXa]ih 3.8 22

222 βlipXβpringK“odelKforKtheKLinearKandK”onlinearKViscoelasticK ropertiesKofK“oltenK olyethyleneK
terivedKfromKqtomisticKβimulationsZKMacromoleculesWK2017WKe]WKdebdXdeda 5.5 38

221 weneralK“ethodologyKforKustimatingKtheKβtiffnessKofK olymerKshainsKfromKTheirKshemicalK
sonstitutionjKqKβingleKUnperturbedKshainK“onteKsarloKqlgorithmZKMacromoleculesWK2017WKe]WKdegeXdehg 5.5 12

220 uquationKofKβtateKrasedKβlipKβpringK“odelKforKuntangledK olymerKtynamicsZKMacromoleculesWK2017WK
e]WKc]]dXc]bi 5.5 32

219 “olecularKβimulationsKofKvreeKandKwraphiteKsappedK olyethyleneKvilmsjKustimationKofKtheK
ynterfacialKvreeKunergiesZKMacromoleculesWK2017WKe]WKhhbgXhhdd 5.5 38
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218 tiffusionKofKqromaticsKinKβilicaliteXajKuxperimentalKandKTheoreticalKuvidenceKofKuntropicKrarriersZK
JournalgofgPhysicalgChemistrygCWK2016WKab]WKbada]Xbadbf 3.8 19

217 “eltingK ointKandKβolidâ��LiquidKsoexistenceK ropertiesKofK˛–aKysotacticK olypropyleneKasKvunctionsK
ofKytsK“olarK“assjKqK“olecularKtynamicsKβtudyZKMacromoleculesWK2016WKdiWKdffcXdfgc 5.5 14

216 “olecularK“odelingKandKβimulationKofK olymerK”anocompositesKatK“ultipleKLengthKβcalesZKIEEEg
NanotechnologygMagazineWK2016WKaeWKdafXdbb 2.6 12

215 “esoscopicKβimulationsKofKsrosslinkedK olymerK”etworksZKJournalgofgPhysics:gConferencegSeriesWK
2016WKgchWK]ab]fc 0.3 7

214 qtomisticKandKsoarseXgrainedKβimulationsKofKxexabenzocoroneneKsrystalsZKJournalgofgPhysics:g
ConferencegSeriesWK2016WKgchWK]ab]ai 0.3 1

213 “olecularKtynamicsKβtudyKofK olyethyleneKunderKuxtremeKsonfinementZKJournalgofgPhysics:g
ConferencegSeriesWK2016WKgchWK]ab]ab 0.3 18

212 “olecularKmodelingKandKsimulationKofKatacticKpolystyrene[amorphousKsilicaKnanocompositesZK
JournalgofgPhysics:gConferencegSeriesWK2016WKgchWK]ab]ba 0.3 2

211 “ultiscaleKsimulationsKofK βXβi–bKnanocompositesjKfromKmeltKtoKglassyKstateZKSoftgMatterWK2016WKabWKgeheXf]e3.6 22

210 “onteKsarloKsimulationsKofKstructureKandKentanglementsKinKpolymerKmeltsZKMoleculargSimulationWK
2015WKdaWKiicXiie 2 2

209 qpplicationKofKbiXxelmholtzKnonlocalKelasticityKandKmolecularKsimulationsKtoKtheKdynamicalK
responseKofKcarbonKnanotubesK2015WK 17

208 “ultiscaleKsimulationsKofKhexaXperiXhexabenzocoroneneKandK
hexaXnXdodecylXhexaXperiXhexabenzocoroneneK2015WK 1

207
“olecularKdynamicsKsimulationsKofKalkylKsubstitutedKnanographeneKcrystalsUUKtedicatedKtoK
 rofessorKzeanX ierreKxansenWKwithKdeepestKappreciationKofKhisKoutstandingKcontributionsKtoKliquidK
andKsoftKmatterKtheoryZViewKallKnotesZKMoleculargPhysicsWK2015WKaacWKbggfXbgi]

1.7 8

206 LocalKβegmentalKtynamicsKandKβtressesKinK olystyreneâ��sf]K“ixturesZKMacromoleculesWK2014WKdgWKchgXd]d 5.5 72

205 teterminationKofKtheK“echanicalK ropertiesKofKaK olySmethylKmethacrylateTK”anocompositeKwithK
vunctionalizedKwrapheneKβheetsKthroughKtetailedKqtomisticKβimulationsZKMacromoleculesWK2014WKdgWKh]gbXh]hh5.5 71

204 timensionalityKreductionKofKfreeKenergyKprofilesKofKbenzeneKinKsilicaliteXajKcalculationKofKdiffusionK
coefficientsKusingKtransitionKstateKtheoryZKMoleculargSimulationWK2014WKd]WKh]Xa]] 2 17

203 βelfXsonsistentXvieldKβtudyKofKqdsorptionKandKtesorptionKKineticsKofK olyethyleneK“eltsKonK
wraphiteKandKsomparisonKwithKqtomisticKβimulationsZKMacromoleculesWK2014WKdgWKfifdXfiha 5.5 16

202 qtomisticKsimulationsKofKcavitationKinKaKmodelKpolyethyleneKnetworkZKPolymergSciencegugSeriesgCWK
2013WKeeWKbabXbah 1.1 9

201 βtructureKofK olymerKLayersKwraftedKtoK”anoparticlesKinKβilicaâ�� olystyreneK”anocompositesZK
MacromoleculesWK2013WKdfWKdfg]Xdfhc 5.5 88
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200 βtructureKandKentanglementsKinKshortKchainKbranchedKpolyolefinKmeltsK2013WK 2

199 TrackingKaKglassyKpolymerKonKitsKenergyKlandscapeKinKtheKcourseKofKelasticKdeformationZKMolecularg
PhysicsWK2013WKaaaWKcdc]Xcdda 1.7 18

198 TemporalKdisconnectivityKofKtheKenergyKlandscapeKinKglassyKsystemsZKJournalgofgChemicalgPhysicsWK
2013WKachWKabqede 3.9 6

197 “icroscopicKtescriptionKofKuntanglementsKinK olyethyleneK”etworksKandK“eltsjKβtrongWKWeakWK
 airwiseWKandKsollectiveKqttributesZKMacromoleculesWK2012WKdeWKidgeXidib 5.5 39

196 “onteKsarloKβimulationKofKβhortKshainKrranchedK olyolefinsjKβtructureKandK ropertiesZK
MacromoleculesWK2012WKdeWKhdecXhdff 5.5 22

195 βingleXvileKtiffusionK2012WKaaaXadb 2

194 sonstructingK“olecularK“odelsKandKβamplingKuquilibriumK robabilityKtistributionsK2012WKaiaXbbf 1

193 “olecularKtynamicsKβimulationsK2012WKbbgXbgc

192 ynfrequentKuventKTechniquesKforKβimulatingKtiffusionKinK“icroporousKβolidsK2012WKbgeXc]a

191 tiffusionalKuffectsKinKZeoliteKsatalystsK2012WKh]gXhcg 0

190 ZeoliteK“embranesK2012WKgfiXh]e

189 “etalK–rganicKvrameworksKS“–vsTK2012WKgbiXgfg

188 “ediumX oreKSTenXαingTKZeolitesK2012WKfecXgbh 2

187 LargeK oreKSabXαingTKZeolitesK2012WKf]gXfea 1

186 qmorphousK“aterialsKandKuxtracrystallineKS“eso[“acroTK oresK2012WKeaeXef] 1

185 “easurementKofKulementaryKtiffusionK rocessesK2012WKc]cXcde

184 tirectK“acroscopicK“easurementKofKβorptionKandKTracerKuxchangeKαatesK2012WKdbgXdeg

183 ymagingKofKTransientKsoncentrationK rofilesK2012WKcieXdbf 1
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182 βorptionKKineticsK2012WKadcXahi 3

181 uightXαingKZeolitesK2012WKefaXf]f 2

180 shromatographicKandK ermeationK“ethodsKofK“easuringKyntraparticleKtiffusionK2012WKdeiXeac

179 ulementaryK rinciplesKofKtiffusionK2012WKaXbd

178 tiffusionKasKaKαandomKWalkK2012WKbeXeh 4

177 tiffusionKandK”onXequilibriumKThermodynamicsK2012WKeiXhc

176 tiffusionK“echanismsK2012WKheXaa] 2

175 tiffusionK“easurementKbyK“onitoringK“olecularKtisplacementK2012WKcdgXcid

174 –nKsolvingKtheKmasterKequationKinKspatiallyKperiodicKsystemsZKJournalgofgChemicalgPhysicsWK2012WKacgWK]cdaab3.9 11

173 K2012WK 322

172 ynterfaceKofKwraftedKandKUngraftedKβilicaK”anoparticlesKwithKaK olystyreneK“atrixjKqtomisticK
“olecularKtynamicsKβimulationsZKMacromoleculesWK2011WKddWKbcafXbcbg 5.5 217

171 βystematicKsoarseKwrainingKofKdXsyanoXdoXpentylbiphenylZKIndustrialgnamp;gEngineeringgChemistryg
ResearchWK2011WKe]WKedfXeef 3.9 32

170 “onteKsarloKsimulationsKofKaKcoarseKgrainedKmodelKforKanKathermalKallXpolystyreneKnanocompositeK
systemZKEuropeangPolymergJournalWK2011WKdgWKfiiXgab 5.2 58

169 LumpingKanalysisKforKtheKpredictionKofKlongXtimeKdynamicsjKfromKmonomolecularKreactionKsystemsK
toKinherentKstructureKdynamicsKofKglassyKmaterialsZKJournalgofgChemicalgPhysicsWK2011WKaceWKb]de]g 3.9 13

168 qKβtudyKofKtheKuntanglementKinKβystemsKwithK eriodicKroundaryKsonditionsZKProgressgofgTheoreticalg
PhysicsgSupplementWK2011WKaiaWKagbXaha 21

167 tiffusionKviaKspaceKdiscretizationKmethodKtoKstudyKtheKconcentrationKdependenceKofKselfXdiffusivityK
underKconfinementZKJournalgofgChemicalgPhysicsWK2010WKacbWKacda]h 3.9 6

166 srystallizationKandK“eltingKβimulationsKofK–ligomericK˛–aKysotacticK olypropyleneZKMacromoleculesWK
2010WKdcWKedeeXedfi 5.5 30

165  redictionKofKinfiniteKdilutionKbenzeneKsolubilityKinKlinearKpolyethyleneKmeltsKviaKtheKdirectKparticleK
deletionKmethodZKJournalgofgPhysicalgChemistrygBWK2010WKaadWKfbccXdf 3.4 14
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164 ufficientK arallelKtecompositionKofKtynamicalKβamplingKinKwlassXvormingK“aterialsKrasedKonKanK
â��–nKtheKvlyâ��KtefinitionKofK“etabasinsZKJournalgofgChemicalgTheorygandgComputationWK2010WKfWKac]gXacbb 6.4 12

163  rogressKandK–utlookKinK“onteKsarloKβimulationsZKIndustrialgnamp;gEngineeringgChemistrygResearchWK
2010WKdiWKc]dgXc]eh 3.9 86

162 TemperatureKacceleratedKdynamicsKinKglassXformingKmaterialsZKJournalgofgPhysicalgChemistrygBWK2010
WKaadWKghddXec 3.4 8

161  redictingKfluidKphaseKequilibriumKviaKhistogramKreweightingKwithKwibbsKensembleK“onteKsarloK
simulationsZKJournalgofgSupercriticalgFluidsWK2010WKeeWKe]cXe]i 4.2 5

160 βimulationKstudiesKofKmethaneWKcarbonKdioxideWKhydrogenKandKdeuteriumKinKyT−XaKandK”aXKzeolitesZK
MoleculargSimulationWK2009WKceWKgiXhi 2 17

159
“olecularKdynamicsKofKcarbonKdioxideWKmethaneKandKtheirKmixturesKinKaKzeoliteKpossessingKtwoK
independentKporeKnetworksKasKrevealedKbyKcomputerKsimulationsZKJournalgofgPhysicalgChemistrygBWK
2009WKaacWKacgfaXg

3.4 17

158 renefitKofK“icroscopicKtiffusionK“easurementKforKtheKsharacterizationKofK”anoporousK“aterialsZK
ChemicalgEngineeringgandgTechnologyWK2009WKcbWKadidXaeaa 2 26

157 –nsetKofKuntanglementsKαevisitedZKtynamicalKqnalysisZKMacromoleculesWK2009WKdbWKgdheXgdid 5.5 62

156 –nsetKofKuntanglementsKαevisitedZKTopologicalKqnalysisZKMacromoleculesWK2009WKdbWKgdgdXgdhd 5.5 47

155
 robingKsubglassKrelaxationKinKpolymersKviaKaKgeometricKrepresentationKofKprobabilitiesWK
observablesWKandKrelaxationKmodesKforKdiscreteKstochasticKsystemsZKJournalgofgChemicalgPhysicsWK
2009WKac]WK]ddi]e

3.9 17

154  redictionKofKβorptionKofKs–bKinKwlassyKqtacticK olystyreneKatKulevatedK ressuresKThroughKaK”ewK
somputationalKβchemeZKMacromoleculesWK2009WKdbWKageiXagfi 5.5 45

153
sombinedKatomisticKsimulationKandKquasielasticKneutronKscatteringKstudyKofKtheKlowXtemperatureK
dynamicsKofKhydrogenKandKdeuteriumKconfinedKinK”aXKzeoliteZKJournalgofgPhysicalgChemistrygBWK2008WK
aabWKaag]hXae

3.4 21

152 untanglementKαelaxationKTimeKinK olyethylenejKβimulationKversusKuxperimentalKtataZK
MacromoleculesWK2008WKdaWKbieiXbifb 5.5 43

151
–nKtheKroleKofKinherentKstructuresKinKglassXformingKmaterialsjKyyZKαeconstructionKofKtheKmeanKsquareK
displacementKbyKrigorousKliftingKofKtheKinherentKstructureKdynamicsZKJournalgofgPhysicalgChemistrygBWK
2008WKaabWKa]fbhXcg

3.4 8

150 –nKtheKroleKofKinherentKstructuresKinKglassXformingKmaterialsjKyZKTheKvitrificationKprocessZKJournalgofg
PhysicalgChemistrygBWK2008WKaabWKa]faiXbg 3.4 21

149 qKsecondXorderK“arkovKprocessKforKmodelingKdiffusiveKmotionKthroughKspatialKdiscretizationZK
JournalgofgChemicalgPhysicsWK2008WKabhWK]bde]d 3.9 6

148 somputerKβimulationKofKβorptionKandKTransportKinKZeolitesK2008WKaffb 2

147 βegmentalKandKshainKtynamicsKofKysotacticK olypropyleneK“eltsZKMacromoleculesWK2007WKd]WKbbceXbbde 5.5 37
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146
”ovelK“onteKsarloK“olecularKβimulationKβchemeKUsingKydentityXqlteringKulementaryK“ovesKforKtheK
salculationKofKβtructureKandKThermodynamicK ropertiesKofK olyolefinKrlendsZKMacromoleculesWK2007
WKd]WKbi]dXbiad

5.5 8

145 xierarchicalKmodellingKofKpolymericKmaterialsZKChemicalgEngineeringgScienceWK2007WKfbWKefigXegad 4.4 56

144 −uasiXelasticKneutronKscatteringKandKmolecularKdynamicsKsimulationKasKcomplementaryKtechniquesK
forKstudyingKdiffusionKinKzeolitesZKMicroporousgandgMesoporousgMaterialsWK2007WKa]bWKbaXe] 5.3 220

143 tynamicalKintegrationKofKaK“arkovianKwebjKaKfirstKpassageKtimeKapproachZKJournalgofgChemicalg
PhysicsWK2007WKabgWK]hdi]c 3.9 38

142 vormationKofKrodlikeKstructuresKofKwaterKbetweenKoppositelyKchargedKionsKinKdecaneKandK
polyethyleneZKJournalgofgChemicalgPhysicsWK2007WKabgWKaiaa]a 3.9 2

141 “esoscopicKsimulationsKofKtheKdiffusivityKofKethaneKinKbedsKofK”aXKzeoliteKcrystalsjKcomparisonKwithK
pulsedKfieldKgradientK”“αKmeasurementsZKJournalgofgChemicalgPhysicsWK2007WKabfWK]idg]b 3.9 26

140 “onteKsarloKsimulationsKofKequilibriumKsolubilitiesKandKstructureKofKwaterKinKnXalkanesKandK
polyethyleneZKJournalgofgChemicalgPhysicsWK2007WKabfWKbbdi]b 3.9 21

139 soarseKwrainedKundKrridgingK“onteKsarloKβimulationsKofK olySethyleneKterephthalateTK“eltZK
MacromoleculesWK2007WKd]WKga]Xgbb 5.5 61

138
soarseXwrainedKandKαeverseX“appedKUnitedXqtomKβimulationsKofKLongXshainKqtacticK olystyreneK
“eltsj´ KβtructureWKThermodynamicK ropertiesWKshainKsonformationWKandKuntanglementsZK
MacromoleculesWK2007WKd]WKchgfXchhe

5.5 165

137 “onteKsarloKβimulationKofKβhortKshainKrranchedK olyolefinsKinKtheK“oltenKβtateZKMacromoleculesWK
2007WKd]WKifd]Xife] 5.5 75

136 qcceleratingKmolecularKsimulationsKbyKreversibleKmappingKbetweenKlocalKminimaZKJournalgofg
ChemicalgPhysicsWK2006WKabeWK]hda]g 3.9 13

135 qKreversibleKminimumXtoXminimumKmappingKmethodKforKtheKcalculationKofKfreeXenergyKdifferencesZK
JournalgofgChemicalgPhysicsWK2006WKabdWK]cda]i 3.9 20

134 uquilibrationKandKsoarseXwrainingK“ethodsKforK olymersK2006WKdaiXddh 4

133 βorptionKthermodynamicsKofKs–bWKsxdWKandKtheirKmixturesKinKtheKyT−XaKzeoliteKasKrevealedKbyK
molecularKsimulationsZKJournalgofgPhysicalgChemistrygBWK2006WKaa]WKbbgdbXec 3.4 38

132 tiffusionKofKlongKnXalkanesKinKsilicaliteZKqKcomparisonKbetweenKneutronKscatteringKexperimentsKandK
hierarchicalKsimulationKresultsZKJournalgofgPhysicalgChemistrygBWK2006WKaa]WKaifdXg 3.4 47

131 TopologicalKqnalysisKofKLinearK olymerK“eltsj´ KqKβtatisticalKqpproachZKMacromoleculesWK2006WKciWKdeibXdf]d5.5 239

130
vromKatomisticKsimulationsKtoKslipXlinkKmodelsKofKentangledKpolymerKmeltsjKxierarchicalKstrategiesK
forKtheKpredictionKofKrheologicalKpropertiesZKCurrentgOpiniongingSolidgStategandgMaterialsgScienceWK
2006WKa]WKfaXgb

12 52

129  rinciplesKofK“olecularKβimulationKofKwasKTransportKinK olymersK2006WKdiXid 23
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128 βelfXsonsistentXvieldKβtudyKofKsompressibleKβemiflexibleK“eltsKqdsorbedKonKaKβolidKβubstrateKandK
somparisonKwithKqtomisticKβimulationsZKMacromoleculesWK2005WKchWKgacdXgadi 5.5 47

127 “icroscopicKoriginsKforKtheKfavorableKsolvationKofKcarbonateKetherKcopolymersKinKs–bZKJournalgofg
thegAmericangChemicalgSocietyWK2005WKabgWKabcchXdb 16.4 26

126 tetailedKqtomisticK“olecularKtynamicsKβimulationKofKcisXaWdX olySbutadieneTZKMacromoleculesWK2005
WKchWKadghXadib 5.5 104

125 soarseKgrainingKusingKpretabulatedKpotentialsjKliquidKbenzeneZKJournalgofgChemicalgPhysicsWK2005WK
abbWKbddaaa 3.9 23

124 tiffusionKinKvluidKsatalyticKsrackingKsatalystsKonKVariousKtisplacementKβcalesKandKytsKαoleKinK
satalyticK erformanceZKChemistrygofgMaterialsWK2005WKagWKbdffXbdgd 9.6 68

123 “ultiscaleK“odelingKofK olymersK2005WKbgegXbgfa 2

122  ulsedXfieldKgradientKnuclearKmagneticKresonanceKstudyKofKtransportKpropertiesKofKfluidKcatalyticK
crackingKcatalystsZKMagneticgResonancegImagingWK2005WKbcWKbccXg 3.3 11

121 “olecularKsimulationKofKstructureWKthermodynamicKandKtransportKpropertiesKofKpolymericK
membraneKmaterialsKforKhydrocarbonKseparationZKFluidgPhasegEquilibriaWK2005WKbbhXbbiWKaeXb] 2.5 13

120 xierarchicalKmodelingKofKamorphousKpolymersZKComputergPhysicsgCommunicationsWK2005WKafiWKhbXhh 4.2 20

119 βtructureKandKVolumetricK ropertiesKofKLinearKandKTriarmKβtarK olyethylenesKfromKqtomisticK“onteK
sarloKβimulationKUsingK”ewKynternalKαearrangementK“ovesZKMacromoleculesWK2005WKchWKchfXcig 5.5 35

118 “ultiscaleK“odelingKofK olymersK2005WKbgegXbgfa

117 sonnectivityXqlteringK“onteKsarloKβimulationsKofKtheKundKwroupKuffectsKonKVolumetricK ropertiesK
forK olySethyleneKoxideTZKMacromoleculesWK2004WKcgWKg]bfXg]cc 5.5 49

116 tetailedKqtomisticKβimulationKofKtheKβegmentalKtynamicsKandKrarrierK ropertiesKofKqmorphousK
 olySethyleneKterephthalateTKandK olySethyleneKisophthalateTZKMacromoleculesWK2004WKcgWKbighXbiie 5.5 95

115 uxperimentalKandKβelfXsonsistentXvieldKTheoreticalKβtudyKofKβtyreneKrlockKsopolymerK
βelfXqdhesiveK“aterialsZKMacromoleculesWK2004WKcgWKe]icXea]i 5.5 35

114
“olecularKtynamicsKβimulationKofKβtructureKandKThermodynamicK ropertiesKofK
 olySdimethylsilamethyleneTKandKxydrocarbonKβolubilityKThereinjKTowardKtheKtevelopmentKofK
”ovelK“embraneK“aterialsKforKxydrocarbonKβeparationZKMacromoleculesWK2004WKcgWKaa]bXaaab

5.5 44

113 TransportKtiffusivityKofK”bKandKs–bKinKβilicalitejKKsoherentK−uasielasticK”eutronKβcatteringK
“easurementsKandK“olecularKtynamicsKβimulationsZKJournalgofgPhysicalgChemistrygBWK2004WKa]hWKabgdhXabgef3.4 99

112 UnderstandingKandKpredictingKstructureâ��propertyKrelationsKinKpolymericKmaterialsKthroughK
molecularKsimulationsZKMoleculargPhysicsWK2004WKa]bWKadgXaff 1.7 48

111 –nKtheKseparationKbetweenKtorsionâ��vibrationKandKconformationalKrelaxationKprocessesKinKtheK
incoherentKintermediateKscatteringKfunctionKofKpolyethyleneZKChemicalgPhysicsWK2003WKbibWKcgaXchb 2.3 14

(2003-2005)
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110 shainKandKlocalKdynamicsKofKpolyisopreneKasKprobedKbyKexperimentsKandKcomputerKsimulationsZK
JournalgofgChemicalgPhysicsWK2003WKaaiWKfhhcXfhid 3.9 78

109
srossoverKfromKtheKαouseKtoKtheKuntangledK olymerK“eltKαegimejKKβignalsKfromKLongWKtetailedK
qtomisticK“olecularKtynamicsKβimulationsWKβupportedKbyKαheologicalKuxperimentsZKMacromolecules
WK2003WKcfWKacgfXachg

5.5 179

108 qtomisticK“onteKsarloKβimulationKofK olybutadieneKysomersj´ cisXaWdX olybutadieneKandK
aWbX olybutadieneZKMacromoleculesWK2003WKcfWKfibeXfich 5.5 48

107 “icroscopicKcalculationKofKtheKstaticKelectricKsusceptibilityKofKpolyethyleneZKJournalgofgChemicalg
PhysicsWK2003WKaaiWKaadehXaadff 3.9 8

106  olymersKatKβurfacesKandKynterfacesK2003WKcbiXdai 11

105 LinkingKtheKatomisticKscaleKandKtheKmesoscalejKmolecularKorbitalKandKsolidKstateKpackingKcalculationsK
onKpolySpXphenyleneTZKPolymerWK2002WKdcWKaheXaic 3.9 9

104 LargeKscaleKatomisticKpolymerKsimulationsKusingK“onteKsarloKmethodsKforKparallelKvectorK
processorsZKComputergPhysicsgCommunicationsWK2002WKaddWKaXbb 4.2 28

103 qKnovelK“onteKsarloKschemeKforKtheKrapidKequilibrationKofKatomisticKmodelKpolymerKsystemsKofK
preciselyKdefinedKmolecularKarchitectureZKPhysicalgReviewgLettersWK2002WKhhWKa]ee]c 7.4 200

102 qtomisticK“onteKsarloKsimulationKofKstrictlyKmonodisperseKlongKpolyethyleneKmeltsKthroughKaK
generalizedKchainKbridgingKalgorithmZKJournalgofgChemicalgPhysicsWK2002WKaagWKedfeXedgi 3.9 117

101 qtomisticKmolecularKdynamicsKsimulationKofKdiffusionKinKbinaryKliquidKnXalkaneKmixturesZKJournalgofg
ChemicalgPhysicsWK2002WKaafWKgfefXgffe 3.9 46

100 tetailedKmolecularKdynamicsKsimulationKofKtheKselfXdiffusionKofKnXalkaneKandKcisXaWdKpolyisopreneK
oligomerKmeltsZKJournalgofgChemicalgPhysicsWK2002WKaafWKdcf 3.9 78

99 VariableXsonnectivityK“onteKsarloKqlgorithmsKforKtheKqtomisticKβimulationKofKLongXshainK olymerK
βystemsZKLecturegNotesgingPhysicsWK2002WKfgXabg 0.8 12

98 qtomicKstructureKofKaKhighKpolymerKmeltZKEurophysicsgLettersWK2002WKegWKe]fXeaa 1.6 38

97 “ushroomsKandKrrushesKinKThinKvilmsKofKtiblockKsopolymer[xomopolymerK“ixturesZK
MacromoleculesWK2002WKceWKaaafXaacb 5.5 22

96 untanglementK”etworkKofKtheK olypropylene[ olyamideKynterfaceZKcZKteformationKtoKvractureZK
MacromoleculesWK2002WKceWKe]hXeba 5.5 28

95  arallelKtemperingKmethodKforKreconstructingKisotropicKandKanisotropicKporousKmediaZKJournalgofg
ChemicalgPhysicsWK2002WKaagWKehgfXehhd 3.9 24

94 βegmentalKtynamicsKofKqtacticK olypropyleneKqsKαevealedKbyK“olecularKβimulationsKandK
−uasielasticK”eutronKβcatteringZKMacromoleculesWK2002WKceWKgaa]Xgabd 5.5 34

93 tiffusionKofKsmallKmoleculesKinKdisorderedKmediajKstudyKofKtheKeffectKofKkineticKandKspatialK
heterogeneitiesZKChemicalgEngineeringgScienceWK2001WKefWKbghiXbh]a 4.4 42
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92
qKnewK“onteKsarloKsimulationKapproachKforKtheKpredictionKofKsorptionKequilibriaKofKoligomersKinK
polymerKmeltsjKβolubilityKofKlongKalkanesKinKlinearKpolyethyleneZKJournalgofgChemicalgPhysicsWK2001WK
aaeWKbhf]Xbhge

3.9 29

91 salculationKofKtheKchemicalKpotentialKofKchainKmoleculesKusingKtheKstagedKparticleKdeletionKschemeZK
JournalgofgChemicalgPhysicsWK2001WKaaeWKhbcaXhbcg 3.9 41

90 qtomisticK“onteKsarloKsimulationKofKcisXaWdKpolyisopreneKmeltsZKyyZK arallelKtemperingKendXbridgingK
“onteKsarloKsimulationsZKJournalgofgChemicalgPhysicsWK2001WKaaeWKaacebXaacfa 3.9 45

89 LocalKβtructureKandKtynamicsKofKtransX olyisopreneK–ligomersZKMacromoleculesWK2001WKcdWKadcfXaddh 5.5 40

88
salculationKofKrefractiveKindicesKandKthirdXharmonicKgenerationKsusceptibilitiesKofKliquidKbenzeneK
andKwaterjKsomparisonKofKcontinuumKandKdiscreteKlocalXfieldKtheoriesZKJournalgofgChemicalgPhysicsWK
2001WKaadWKhgf

3.9 28

87 qtomisticK“onteKsarloKsimulationKofKcisXaWdKpolyisopreneKmeltsZKyZKβingleKtemperatureKendXbridgingK
“onteKsarloKsimulationsZKJournalgofgChemicalgPhysicsWK2001WKaaeWKaacciXaacea 3.9 55

86  redictionKofK ermeationK ropertiesKofKs–bKandK”bKthroughKβilicaliteKviaK“olecularKβimulationsZK
JournalgofgPhysicalgChemistrygBWK2001WKa]eWKgggXghh 3.4 162

85 soarseXwrainedK“olecularKβimulationKofK enetrantKtiffusionKinKaKwlassyK olymerKUsingKαeverseKandK
KineticK“onteKsarloZKMacromoleculesWK2001WKcdWKhedaXheec 5.5 56

84 xenryRsKsonstantKqnalysisKforKWaterKandK”onpolarKβolventsKfromKuxperimentalKtataWK“acroscopicK
“odelsWKandK“olecularKβimulationZKJournalgofgPhysicalgChemistrygBWK2001WKa]eWKggibXggih 3.4 31

83 tirectedKrridgingK“ethodsKforKvastKqtomisticK“onteKsarloKβimulationsKofKrulkK olymersZK
MacromoleculesWK2001WKcdWKheedXhefh 5.5 51

82
qtomisticK“onteKsarloKsimulationKofKsteadyXstateKuniaxialKelongationalKflowKofKlongXchainK
polyethyleneKmeltsjKdependenceKofKtheKmeltKdegreeKofKorientationKonKstressWKmolecularKlengthKandK
elongationalKstrainKrateZKMacromoleculargTheorygandgSimulationsWK2000WKiWKe]]Xeae

1.5 26

81 qtomisticKsimulationKofKtheKbirefringenceKofKuniaxiallyKstretchedKpolyethyleneKmeltsZKComputationalg
andgTheoreticalgPolymergScienceWK2000WKa]WKaXac 34

80 somponentKsegmentalKmobilitiesKinKanKathermalKpolymerKblendjK−uasielasticKincoherentKneutronK
scatteringKversusKsimulationZKJournalgofgChemicalgPhysicsWK2000WKaabWKhfhgXhfid 3.9 47

79 “olecularKβimulationKofK haseKuquilibriaKforKWaterâ��nXrutaneKandKWaterâ��nXxexaneK“ixturesZK
JournalgofgPhysicalgChemistrygBWK2000WKa]dWKdiehXdifc 3.4 44

78 tynamicsKofnXrutaneâ��“ethaneK“ixturesKinKβilicaliteWKUsingK−uasielasticK”eutronKβcatteringKandK
“olecularKtynamicsKβimulationsZKJournalgofgPhysicalgChemistrygBWK2000WKa]dWKeedaXeeeb 3.4 69

77 untanglementK”etworkKofKtheK olypropylene[ olyamideKynterfaceZKbZK”etworkKwenerationZK
MacromoleculesWK2000WKccWKacigXada] 5.5 21

76 qtomisticK“olecularKtynamicsKβimulationKofKβtressKαelaxationKuponKsessationKofKβteadyXβtateK
UniaxialKulongationalKvlowZKMacromoleculesWK2000WKccWKh]fbXh]gf 5.5 41

75 untanglementK”etworkKofKtheK olypropylene[ olyamideKynterfaceZKaZKβelfXsonsistentKvieldK“odelZK
MacromoleculesWK2000WKccWKacheXacif 5.5 27

(2000-2001)
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74 “olecularKsimulationKofKstaticKhyperXαayleighKscatteringjKqKcalculationKofKtheKdepolarizationKratioK
andKtheKlocalKfieldsKforKliquidKnitrobenzeneZKJournalgofgChemicalgPhysicsWK1999WKaaaWKigaaXigai 3.9 30

73 –nKtheKcalculationKofKtheKchemicalKpotentialKusingKtheKparticleKdeletionKschemeZKMoleculargPhysicsWK
1999WKifWKi]eXiac 1.7 56

72 somputerKsimulationKofKtheKlinearKandKnonlinearKopticalKpropertiesKofKliquidKbenzenejKytsKlocalK
fieldsWKrefractiveKindexWKandKsecondKnonlinearKsusceptibilityZKJournalgofgChemicalgPhysicsWK1999WKaa]WKfdfcXfdgd3.9 32

71 uffectKofKTacticityKonKtheK“olecularKtynamicsKofK olypropyleneK“eltsZKMacromoleculesWK1999WKcbWKhfceXhfdd5.5 39

70 “olecularKtynamicsKβimulationKofnXrutaneâ��“ethaneK“ixturesKinKβilicaliteZKJournalgofgPhysicalg
ChemistrygBWK1999WKa]cWKcch]Xcci] 3.4 58

69 “olecularKβimulationKofK˛–X–lefinsKUsingKaK”ewKUnitedXqtomK otentialK“odeljKKVaporâ��LiquidK
uquilibriaKofK ureKsompoundsKandK“ixturesZKJournalgofgthegAmericangChemicalgSocietyWK1999WKabaWKcd]gXcdac16.4 26

68 VanKxoveKvunctionKforKtiffusionKinKZeolitesZKJournalgofgPhysicalgChemistrygBWK1999WKa]cWKdgbaXdgbi 3.4 17

67 undXrridgingK“onteKsarlojKKqKvastKqlgorithmKforKqtomisticKβimulationKofKsondensedK hasesKofKLongK
 olymerKshainsZKMacromoleculesWK1999WKcbWKe]gbXe]if 5.5 216

66 qtomisticK“olecularKtynamicsKβimulationKofK olydisperseKLinearK olyethyleneK“eltsZK
MacromoleculesWK1998WKcaWKgicdXgidc 5.5 159

65 salculationKofKmacroscopicKfirstXKandKthirdXorderKopticalKsusceptibilitiesKforKtheKbenzeneKcrystalZK
TheoreticalgChemistrygAccountsWK1998WKiiWKchdXci] 1.9 24

64 xierarchicalKsimulationKapproachKtoKstructureKandKdynamicsKofKpolymersZKCurrentgOpiniongingSolidg
StategandgMaterialsgScienceWK1998WKcWKeddXeea 12 35

63 “onteKsarloKβimulationsKofKaKβingleK olyelectrolyteKinKβolutionj´ KqctivityKsoefficientsKofKtheKβimpleK
yonsKandKqpplicationKtoKViscosityK“easurementsZKMacromoleculesWK1998WKcaWKgibaXgicc 5.5 14

62 “olecularKβimulationKofKtheK ureKnXxexadecaneKVaporâ��LiquidKuquilibriaKatKulevatedKTemperatureZK
MacromoleculesWK1998WKcaWKadc]Xadca 5.5 9

61 “olecularK“odelingKofK“ethaneKtiffusionKinKwlassyKqtacticK olypropyleneKviaK“ultidimensionalK
TransitionKβtateKTheoryZKMacromoleculesWK1998WKcaWKg]fhXg]i] 5.5 78

60 “olecularKtynamicsKofKqtacticK olypropyleneK“eltsZKMacromoleculesWK1998WKcaWKgiddXgieb 5.5 53

59 “olecularKβimulationKofK haseKuquilibriaKforKWaterâ��“ethaneKandKWaterâ��uthaneK“ixturesZKJournalg
ofgPhysicalgChemistrygBWK1998WKa]bWKhhfeXhhgc 3.4 108

58 qtomisticKβimulationKofK olymerK“eltKulasticityjKKsalculationKofKtheKvreeKunergyKofKanK–rientedK
 olymerK“eltZKMacromoleculesWK1998WKcaWKfca]Xfccb 5.5 125

57 ungineeringKaK“olecularK“odelKforKWaterK haseKuquilibriumKoverKaKWideKTemperatureKαangeZK
JournalgofgPhysicalgChemistrygBWK1998WKa]bWKa]biXa]ce 3.4 148
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56  haseKuquilibriaKofK“ixturesKsontainingKshainK“oleculesK redictedKthroughKaK”ovelKβimulationK
βchemeZKPhysicalgReviewgLettersWK1998WKh]WKddffXddfi 7.4 49

55 ulementaryKstructuralKtransitionsKinKtheKamorphousKLennardXzonesKsolidKusingKmultidimensionalK
transitionXstateKtheoryZKJournalgofgChemicalgPhysicsWK1998WKa]iWKhegcXhehb 3.9 28

54 salculationKofKmacroscopicKfirstXKandKthirdXorderKopticalKsusceptibilitiesKforKtheKbenzeneKcrystalZK
TheoreticalgChemistrygAccountsWK1998WKiiWKchd 1.9 6

53 βurfaceKtensionKandKphaseKcoexistenceKpropertiesKofKtheKlatticeKfluidKfromKaKvirtualKsiteKremovalK
“onteKsarloKstrategyZKJournalgofgChemicalgPhysicsWK1997WKa]gWKeabeXead] 3.9 5

52 βimulationKofKhydrocarbonKdiffusionKinKzeolitesZKStudiesgingSurfacegSciencegandgCatalysisWK1997WKa]eWKaheaXaheh1.8 5

51 βegmentKdensityKofKaKblockKcopolymerKchainKtetheredKatKbothKendsZKJournalgofgthegChemicalgSocietytg
FaradaygTransactionsWK1997WKicWKdceeXdcg] 2

50 TransitionXβtateKTheoryK“odelKforKtheKtiffusionKsoefficientsKofKβmallK enetrantsKinKwlassyK
 olymersZKMacromoleculesWK1997WKc]WKgbifXgc]f 5.5 64

49 ThermodynamicsKofKshainKvluidsKfromKqtomisticKβimulationjKKqKTestKofKtheKshainKyncrementK“ethodK
forKshemicalK otentialZKMacromoleculesWK1997WKc]WKdgddXdgee 5.5 41

48 souplingKofK enetrantKandK olymerK“otionsKturingKβmallX“oleculeKtiffusionKynKaKwlassyK olymerZK
MoleculargSimulationWK1997WKaiWKcbiXcfa 2 32

47 qnalysisKofKsomputedKTrajectoriesKofK enetrantK“icromoleculesKinKaKβimulatedK olymericK“aterialZK
MacromoleculesWK1996WKbiWKcfaeXcfbd 5.5 25

46 tynamicsKofKLongKnXqlkanesKinKβilicalitejKKqKxierarchicalKβimulationKqpproachZKThegJournalgofgPhysicalg
ChemistryWK1996WKa]]WKgaeeXgagc 129

45 VariableKsonnectivityK“ethodKforKtheKqtomisticK“onteKsarloKβimulationKofK olydisperseK olymerK
“eltsZKMacromoleculesWK1995WKbhWKgbbdXgbcd 5.5 224

44 βorptionKThermodynamicsWKβitingWKandKsonformationKofKLongKnXqlkanesKinKβilicaliteKqsK redictedKbyK
sonfigurationalXriasK“onteKsarloKyntegrationZKThegJournalgofgPhysicalgChemistryWK1995WKiiWKb]egXb]gi 134

43 βelfXconsistentKfieldKmodelKofKtheKpolymer[diblockKcopolymer[polymerKinterfaceZKJournalgofgtheg
ChemicalgSocietytgFaradaygTransactionsWK1995WKiaWKbcha 28

42 ulectronicKβtructureKsalculationsKofKqmmoniaKqdsorptionKinKxXZβ“XeKZeolitesZKThegJournalgofg
PhysicalgChemistryWK1995WKiiWKae]eXaeae 56

41 ynvestigationKofKtheKdynamicsKofKbenzeneKinKsilicaliteKusingKtransitionXstateKtheoryZKStudiesging
SurfacegSciencegandgCatalysisWK1995WKihWKbd]Xbda 1.8

40 ynvestigationKofKtheKdynamicsKofKbenzeneKinKsilicaliteKusingKTransitionXβtateKTheoryZKThegJournalgofg
PhysicalgChemistryWK1994WKihWKaaidhXaaifa 88

39 qtomisticK“onteKsarloKsimulationKandKcontinuumKmeanKfieldKtheoryKofKtheKstructureKandKequationK
ofKstateKpropertiesKofKalkaneKandKpolymerKmeltsK1994WKbdiXbha 46

(1994-1998)
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38 βtaticKatomisticKmodellingKofKtheKstructureKandKringKdynamicsKofKbulkKamorphousKpolystyreneZK
MacromoleculargTheorygandgSimulationsWK1994WKcWKaiXdc 1.5 50

37 qKhierarchicalKatomistic[latticeKsimulationKapproachKforKtheKpredictionKofKadsorptionK
thermodynamicsKofKbenzeneKinKsilicaliteZKThegJournalgofgPhysicalgChemistryWK1994WKihWKeaaaXeaai 82

36 LowX–ccupancyKβorptionKThermodynamicsKofKLongKqlkanesKinKβilicaliteKViaK“olecularKβimulationZK
StudiesgingSurfacegSciencegandgCatalysisWK1994WKhdWKb]iiXba]e 1.8 4

35  redictionKofKadsorptionKofKaromaticKhydrocarbonsKinKsilicaliteKfromKgrandKcanonicalK“onteKsarloK
simulationsKwithKbiasedKinsertionsZKThegJournalgofgPhysicalgChemistryWK1993WKigWKacgdbXacgeb 336

34 TransportKdiffusivityKofKmethaneKinKsilicaliteKfromKequilibriumKandKnonequilibriumKsimulationsZKTheg
JournalgofgPhysicalgChemistryWK1993WKigWKdagcXdaha 282

33 weometricKanalysisKofKdiffusionKpathwaysKinKglassyKandKmeltKatacticKpolypropyleneZKMacromoleculesWK
1993WKbfWKedfaXedgb 5.5 121

32 qKconcertedKrotationKalgorithmKforKatomisticK“onteKsarloKsimulationKofKpolymerKmeltsKandKglassesZK
MoleculargPhysicsWK1993WKghWKifaXiif 1.7 248

31 βtructuralKandKelectronicKfeaturesKofKaKrroenstedKacidKsiteKinKxXZβ“XeZKThegJournalgofgPhysicalg
ChemistryWK1993WKigWKffgiXffhe 40

30 qKchainKofKstatesKmethodKforKinvestigatingKinfrequentKeventKprocessesKoccurringKinKmultistateWK
multidimensionalKsystemsZKJournalgofgChemicalgPhysicsWK1993WKihWKcaifXcbab 3.9 66

29 βtressKtensorKinKmodelKpolymerKsystemsKwithKperiodicKboundariesZKDiegMakromolekularegChemieg
TheorygandgSimulationsWK1993WKbWKaiaXbch 56

28 “olecularKdynamicsKstudiesKofKbutaneKandKhexaneKinKsilicaliteZKThegJournalgofgPhysicalgChemistryWK
1992WKifWKa]eaXa]f] 227

27 “olecularK“odelingKofK olymerKβurfacesKandK olymer[βolidKynterfacesK1992WKaciXafb 4

26 “olecularKdynamicsKstudyKofKmethaneKandKxenonKinKsilicaliteK[urratumKtoKdocumentKcitedKinK
sqaacSb]Tjahcbhdq]ZKThegJournalgofgPhysicalgChemistryWK1991WKieWKa]adXa]ad 4

25 TransitionXstateKstudiesKofKxenonKandKsulfurKhexafluorideKdiffusionKinKsilicaliteZKThegJournalgofg
PhysicalgChemistryWK1991WKieWKhhffXhhgh 165

24 TheKeffectsKofKlocalKstructuralKrelaxationKonKaluminumKsitingKwithinKxXZβ“XeZKCatalysisgLettersWK1991WK
aaWKb]iXbag 2.8 97

23 “olecularKβimulationsKofK“ethaneKqdsorptionKinKβilicaliteZKMoleculargSimulationWK1991WKhWKgcXib 2 53

22 qnalyticalKtreatmentKofKtheKvolumeKandKsurfaceKareaKofKmoleculesKformedKbyKanKarbitraryKcollectionK
ofKunequalKspheresKintersectedKbyKplanesZKMoleculargPhysicsWK1991WKgbWKacacXacde 1.7 108

21 qtomisticKsimulationKofKaKglassyKpolymer[graphiteKinterfaceZKMacromoleculesWK1991WKbdWKdbieXdc]i 5.5 133
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20 “olecularKdynamicsKsimulationKofKaKglassyKpolymerKsurfaceZKMacromoleculesWK1991WKbdWKfbhcXfbid 5.5 306

19  redictionKofKlowKoccupancyKsorptionKofKalkanesKinKsilicaliteZKThegJournalgofgPhysicalgChemistryWK1990WK
idWKae]hXaeaf 187

18 “olecularKdynamicsKstudyKofKmethaneKandKxenonKinKsilicaliteZKThegJournalgofgPhysicalgChemistryWK
1990WKidWKhbcbXhbd] 238

17 qtomisticKsimulationKofKaKglassyKpolymerKsurfaceZKMacromoleculesWK1990WKbcWKddc]Xddde 5.5 117

16 VariableXdensityKmodelKofKpolymerKmelt[solidKinterfacesjKstructureWKadhesionKtensionWKandKsurfaceK
forcesZKMacromoleculesWK1989WKbbWKdehiXdeig 5.5 50

15 VariableXdensityKmodelKofKpolymerKmeltKsurfacesjKstructureKandKsurfaceKtensionZKMacromoleculesWK
1989WKbbWKdeghXdehi 5.5 84

14 ynterfacialKstructureKandKdynamicsKofKmacromolecularKliquidsjKaK“onteKsarloKsimulationKapproachZK
MacromoleculesWK1989WKbbWKcadcXcaeb 5.5 110

13
“icroscopicKstructureKandKthermodynamicKpropertiesKofKbulkKcopolymersKandKsurfaceXactiveK
polymersKatKinterfacesZKbZKαesultsKforKsomeKrepresentativeKchainKarchitecturesZKMacromoleculesWK
1988WKbaWKadbbXadcf

5.5 27

12 βtructureKandKthermodynamicsKofKbulkKhomopolymerKsolidKinterfacesjKaKsiteKlatticeKmodelKapproachZK
MacromoleculesWK1988WKbaWKad]]Xada] 5.5 72

11 LatticeKmodelsKforKbulkKpolymersKatKinterfacesZKMacromoleculesWK1988WKbaWKaciaXad]] 5.5 61

10 “icroscopicKstructureKandKthermodynamicKpropertiesKofKbulkKcopolymersKandKsurfaceXactiveK
polymersKatKinterfacesZKaZKTheoryZKMacromoleculesWK1988WKbaWKadaaXadba 5.5 28

9 qtomisticKmodelingKofKmechanicalKpropertiesKofKpolymericKglassesZKMacromoleculesWK1986WKaiWKaciXaed 5.5 440

8 tetailedK“odelingKofKβtructureKandKteformationKofKwlassyK olymersZKMaterialsgResearchgSocietyg
SymposiagProceedingsWK1986WKgiWKchg

7 LocalKstructureKandKtheKmechanismKofKresponseKtoKelasticKdeformationKinKaKglassyKpolymerZK
MacromoleculesWK1986WKaiWKcgiXchg 5.5 103

6 weometricalKconsiderationsKinKmodelKsystemsKwithKperiodicKboundariesZKJournalgofgChemicalgPhysicsWK
1985WKhbWKieeXiff 3.9 75

5 tetailedKmolecularKstructureKofKaKvinylKpolymerKglassZKMacromoleculesWK1985WKahWKadfgXadgh 5.5 748

4 βhapeKofKunperturbedKlinearKpolymersjKpolypropyleneZKMacromoleculesWK1985WKahWKab]fXabad 5.5 327

3 tiffusionKandKreactionKinKblockedKandKhighKoccupancyKzeoliteKcatalystsZKJournalgofgCatalysisWK1983WK
hcWKb]eXbbd 7.3 121

(1983-1991)
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2 ulementaryKβtepsKandK“echanismsjKβectionsKeZcKâ��KeZea]eaXaahh 8

1 –nKtheKcalculationKofKtheKchemicalKpotentialKusingKtheKparticleKdeletionKscheme 3
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