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107  ndezridgingOMonteO’arlorOOyO−astOylgorithmOforOytomisticOSimulationOofO’ondensedOPhasesOofOLongO
PolymerO’hainsfOMacromoleculesdO1999dOkjdOmhojemhqn 5.5 216

106 yOnovelOMonteO’arloOschemeOforOtheOrapidOequilibrationOofOatomisticOmodelOpolymerOsystemsOofO
preciselyOdefinedOmolecularOarchitecturefOPhysicalnReviewnLettersdO2002dOppdOihmmhk 7.4 200
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104 ytomisticOMolecularO–ynamicsOSimulationOofOPolydisperseOLinearOPolyethyleneOMeltsfO
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103 MolecularO–ynamicsOSimulationOofOaOPolymerOMeltgSolidOInterfacer´ OLocalO–ynamicsOandO’hainO
MobilityOinOaOThinO−ilmOofOPolyethyleneOMeltOydsorbedOonOαraphitefOMacromoleculesdO2005dOkpdOmoqnemphq5.5 152

102 PrimitiveOPathOIdentificationOandO ntanglementOStatisticsOinOPolymerOMeltsrOOResultsOfromO–irectO
TopologicalOynalysisOonOytomisticOPolyethyleneOModelsfOMacromoleculesdO2006dOkqdOljhoeljin 5.5 137
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−lowO ffectsOonOMeltOStructureOandO ntanglementONetworkOofOLinearOPolymersrOResultsOfromOaO
NonequilibriumOMolecularO–ynamicsOSimulationOStudyOofOaOPolyethyleneOMeltOinOSteadyOShearfO
MacromoleculesdO2010dOlkdOnppnenqhj

5.5 128

100 ytomisticOSimulationOofOPolymerOMeltO lasticityrOO’alculationOofOtheO−reeO nergyOofOanOOrientedO
PolymerOMeltfOMacromoleculesdO1998dOkidOnkihenkkj 5.5 125

99 ytomisticOMonteO’arloOsimulationOofOstrictlyOmonodisperseOlongOpolyethyleneOmeltsOthroughOaO
generalizedOchainObridgingOalgorithmfOJournalnofnChemicalnPhysicsdO2002dOiiodOmlnmemloq 3.9 117

98 –etailedOytomisticOMolecularO–ynamicsOSimulationOofOciseidlePolyWbutadieneafOMacromoleculesdO2005
dOkpdOilopeilqj 5.5 104

97 –etailedOytomisticOSimulationOofOtheOSegmentalO–ynamicsOandOzarrierOPropertiesOofOymorphousO
PolyWethyleneOterephthalateaOandOPolyWethyleneOisophthalateafOMacromoleculesdO2004dOkodOjqopejqqm 5.5 95

96
MeltOStructureOandO–ynamicsOofOUnentangledOPolyethyleneORingsrORouseOTheorydOytomisticO
MolecularO–ynamicsOSimulationdOandO’omparisonOwithOtheOLinearOynaloguesfOMacromoleculesdO2010dO
lkdOihnqjeihoik

5.5 94

95 QuantifyingOchainOreptationOinOentangledOpolymerOmeltsrOtopologicalOandOdynamicalOmappingOofO
atomisticOsimulationOresultsOontoOtheOtubeOmodelfOJournalnofnChemicalnPhysicsdO2010dOikjdOijlqhl 3.9 87

94 OnOtheOcompatibilityObetweenOvariousOmacroscopicOformalismsOforOtheOconcentrationOandOflowOofO
diluteOpolymerOsolutionsfOJournalnofnRheologydO1994dOkpdOijkmeijmh 4.1 77

93 –eterminationOofOtheOMechanicalOPropertiesOofOaOPolyWmethylOmethacrylateaONanocompositeOwithO
−unctionalizedOαrapheneOSheetsOthroughO–etailedOytomisticOSimulationsfOMacromoleculesdO2014dOlodOphojephpp5.5 71

92
ylleytomOMolecularO–ynamicsOSimulationOofOTemperatureO ffectsOonOtheOStructuraldO
ThermodynamicdOandOPackingOPropertiesOofOtheOPureOymorphousOandOPureO’rystallineOPhasesOofO
RegioregularOPkδTfOMacromoleculesdO2013dOlndOjlmhejlno

5.5 71
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MacronLettersdO2016dOmdOommeonh 6.6 61
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90 StructureOandOdynamicsOofOpolymerOringsObyOneutronOscatteringrObreakdownOofOtheORouseOmodelfO
SoftnMatterdO2011dOodOiiinq 3.6 55

89
ytomisticOMonteO’arloOSimulationsOofOPolymerOMeltO lasticityrOOTheirONonequilibriumO
ThermodynamicsOα N RI’O−ormulationOinOaOαeneralizedO’anonicalO nsemblefOMacromoleculesdO2002
dOkmdOqnheqom

5.5 53

88
δierarchicalOModelingOofOtheO–ynamicsOofOPolymersOwithOaONonlinearOMolecularOyrchitecturerOO
’alculationOofOzranchOPointO−rictionOandO’hainOReptationOTimeOofOδeShapedOPolyethyleneOMeltsO
fromOLongOMolecularO–ynamicsOSimulationsfOMacromoleculesdO2005dOkpdOpmpkepmqn

5.5 52

87 –irectedOzridgingOMethodsOforO−astOytomisticOMonteO’arloOSimulationsOofOzulkOPolymersfO
MacromoleculesdO2001dOkldOpmmlepmnp 5.5 51

86 ThreadingOofORingOPolyWethyleneOoxideaOMoleculesObyOLinearO’hainsOinOtheOMeltffOACSnMacronLettersdO
2014dOkdOonkeonn 6.6 50

85 Selfe’onsistente−ieldOStudyOofO’ompressibleOSemiflexibleOMeltsOydsorbedOonOaOSolidOSubstrateOandO
’omparisonOwithOytomisticOSimulationsfOMacromoleculesdO2005dOkpdOoikleoilq 5.5 47

84
ytomisticOSimulationOofOylkanethiolOSelfeyssembledOMonolayersOonO–ifferentOMetalOSurfacesOviaOaO
QuantumdO−irstePrinciplesOParametrizationOofOtheOSulfurâ��MetalOInteractionfOJournalnofnPhysicaln
ChemistrynCdO2007dOiiidOnkphenkqi

3.8 46

83 –iffusionOofOsmallOmoleculesOinOdisorderedOmediarOstudyOofOtheOeffectOofOkineticOandOspatialO
heterogeneitiesfOChemicalnEngineeringnSciencedO2001dOmndOjopqejphi 4.4 42

82 ModelingOofOtheOrheologyOandOfloweinducedOconcentrationOchangesOinOpolymerOsolutionsfOPhysicaln
ReviewnLettersdO1992dOnqdOjokejon 7.4 42

81
ynOadvancedOMonteO’arloOmethodOforOtheOequilibrationOofOmodelOlongechainObranchedOpolymersO
withOaOwelledefinedOmolecularOarchitecturerO–etailedOatomisticOsimulationOofOanOδeshapedO
polyethyleneOmeltfOJournalnofnChemicalnPhysicsdO2003dOiipdOjlmi

3.9 41

80 ytomisticOMolecularO–ynamicsOSimulationOofOStressORelaxationOuponO’essationOofOSteadyeStateO
UniaxialO longationalO−lowfOMacromoleculesdO2000dOkkdOphnjephon 5.5 41

79
ProjectionOofOatomisticOsimulationOdataOforOtheOdynamicsOofOentangledOpolymersOontoOtheOtubeO
theoryrOcalculationOofOtheOsegmentOsurvivalOprobabilityOfunctionOandOcomparisonOwithOmodernOtubeO
modelsfOSoftnMatterdO2011dOodOkphekqm

3.6 38

78 –etailedOatomisticOMonteO’arloOsimulationOofOgraftedOpolymerOmeltsfOIfOThermodynamicOandO
conformationalOpropertiesfOJournalnofnChemicalnPhysicsdO2002dOiindOiihjpeiihkp 3.9 38

77 yOgeneralizedOdifferentialOconstitutiveOequationOforOpolymerOmeltsObasedOonOprinciplesOofO
nonequilibriumOthermodynamicsfOJournalnofnRheologydO2009dOmkdOkhqekko 4.1 37

76
MicroscopicOStructuredO’onformationdOandO–ynamicsOofORingOandOLinearOPolyWethyleneOoxideaOMeltsO
fromO–etailedOytomisticOMolecularO–ynamicsOSimulationsrO–ependenceOonO’hainOLengthOandO–irectO
’omparisonOwithO xperimentalO–atafOMacromoleculesdO2017dOmhdOjmnmejmpl

5.5 36

75 ytomisticOmolecularOdynamicsOsimulationOofOtheOtemperatureOandOpressureOdependencesOofOlocalO
andOterminalOrelaxationsOinOciseidlepolybutadienefOJournalnofnChemicalnPhysicsdO2006dOijldOhplqhn 3.9 33

74  ndezridgingOMonteO’arloOSimulationOofOzulkOandOαraftedOymorphousOPolyethyleneOyboveOandO
zelowOtheOαlassOTransitionfOMacromoleculesdO2008dOlidOqpoeqqn 5.5 31

73 StressOgradienteinducedOmigrationOeffectsOinOtheOTaylorâ��’ouetteOflowOofOaOdiluteOpolymerOsolutionfO
JournalnofnNon-NewtoniannFluidnMechanicsdO2002dOihjdOlhqellm 2.7 30
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72 yOhierarchicalOmodelOforOsurfaceOeffectsOonOchainOconformationOandOrheologyOofOpolymerOsolutionsfO
IfOαeneralOformulationfOJournalnofnChemicalnPhysicsdO1999dOiihdOninenjo 3.9 29

71
ydvancedOMonteO’arloOylgorithmOforOtheOytomisticOSimulationOofOShorteOandOLonge’hainOzranchedO
PolymersrOImplementationOforOModelOδeShapeddOykyykOMultiarmOWPomePomadOandOShorte’hainO
zranchedOPolyethyleneOMeltsfOMacromoleculesdO2010dOlkdOqpneihhj

5.5 28

70
UnderstandingO–ynamicsOinOzinaryOMixturesOofO ntangledciseidlePolybutadieneOMeltsOatOtheOLevelO
ofOPrimitiveOPathOSegmentsObyOMappingOytomisticOSimulationO–ataOontoOtheOTubeOModelfO
MacromoleculesdO2010dOlkdOpjkqepjmh

5.5 28

69 LargeOscaleOatomisticOpolymerOsimulationsOusingOMonteO’arloOmethodsOforOparallelOvectorO
processorsfOComputernPhysicsnCommunicationsdO2002dOilldOiejj 4.2 28

68
ytomisticOMonteO’arloOsimulationOofOsteadyestateOuniaxialOelongationalOflowOofOlongechainO
polyethyleneOmeltsrOdependenceOofOtheOmeltOdegreeOofOorientationOonOstressdOmolecularOlengthOandO
elongationalOstrainOratefOMacromolecularnTheorynandnSimulationsdO2000dOqdOmhhemim

1.5 26

67 yOhierarchicalOmodelOforOsurfaceOeffectsOonOchainOconformationOandOrheologyOofOpolymerOsolutionsfO
IIfOypplicationOtoOaOneutralOsurfacefOJournalnofnChemicalnPhysicsdO1999dOiihdOnjpenkp 3.9 24

66  ffectOofOpδOandOMolecularOLengthOonOtheOStructureOandO–ynamicsOofOShortOPolyWacrylicOacidaOinO
–iluteOSolutionrO–etailedOMolecularO–ynamicsOStudyfOJournalnofnPhysicalnChemistrynBdO2019dOijkdOljhleljiq3.4 23

65 ScalingOLawsOforOtheO’onformationOandOViscosityOofORingOPolymersOinOtheO’rossoverORegionOaroundO
MeOfromO–etailedOMolecularO–ynamicsOSimulationsfOACSnMacronLettersdO2018dOodOqineqjh 6.6 23

64 StressegradientOinducedOmigrationOofOpolymersOinOcorrugatedOchannelsfOJournalnofnRheologydO2014dO
mpdOqiieqlo 4.1 23

63 –ynamicdOconformationalOandOtopologicalOpropertiesOofOringâ��linearOpolyWethyleneOoxideaOblendsO
fromOmolecularOdynamicsOsimulationsfOReactivenandnFunctionalnPolymersdO2014dOphdOnieoh 4.6 23

62 ’ontinuumOModelOforOtheOPhaseOzehaviordOMicrostructuredOandORheologyOofOUnentangledOPolymerO
NanocompositeOMeltsfOMacromoleculesdO2014dOlodOllqkelmik 5.5 23

61 yOconstitutiveOrheologicalOmodelOforOagglomeratingObloodOderivedOfromOnonequilibriumO
thermodynamicsfOPhysicsnofnFluidsdO2018dOkhdOhkhoih 4.4 22

60 NumericalOsimulationOofObubbleOgrowthOinONewtonianOandOviscoelasticOfilamentsOundergoingO
stretchingfOJournalnofnNon-NewtoniannFluidnMechanicsdO2004dOijjdOiooejhh 2.7 22

59
MicroscopicO–ynamicsOandOTopologyOofOPolymerORingsOImmersedOinOaOδostOMatrixOofOLongerOLinearO
PolymersrOResultsOfromOaO–etailedOMolecularO–ynamicsOSimulationOStudyOandO’omparisonOwithO
 xperimentalO–atafOPolymersdO2016dOpdO

4.5 22

58
TowardOanOImprovedO–escriptionOofO’onstraintOReleaseOandO’ontourOLengthO−luctuationsOinOTubeO
ModelsOforO ntangledOPolymerOMeltsOαuidedObyOytomisticOSimulationsfOMacromolecularnTheorynandn
SimulationsdO2011dOjhdOomjeonp

1.5 21

57 TemperatureOandOPressureO ffectsOonOLocalOStructureOandO’hainOPackingOinOciseidlePolybutadieneO
fromO–etailedOMolecularO–ynamicsOSimulationsfOMacromolecularnTheorynandnSimulationsdO2006dOimdOkpiekqk1.5 20

56 –etailedOatomisticOmolecularedynamicsOsimulationOofOtheOorthorhombicOphaseOofOcrystallineO
polyethyleneOandOalkaneOcrystalsfOJournalnofnChemicalnPhysicsdO2001dOiimdOkqkoekqmh 3.9 20

55 −loweInducedOOrientationOandOStretchingOofO ntangledOPolymersOinOtheO−rameworkOofO
NonequilibriumOThermodynamicsfOMacromoleculesdO2016dOlqdOkiniekiok 5.5 20
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54  ffectsOofOtubeOpersistenceOlengthOonOdynamicsOofOmildlyOentangledOpolymersfOJournalnofnRheologydO
2012dOmndOohoeojk 4.1 19

53
ynOefficientOMonteO’arloOalgorithmOforOtheOfastOequilibrationOandOatomisticOsimulationOofO
alkanethiolOselfeassembledOmonolayersOonOaOyuWiiiaOsubstratefOJournalnofnPhysicalnChemistrynBdO
2008dOiijdOiiqpejii

3.4 19

52 MolecularOModelingO’ombinedOwithOydvancedO’hemistryOforOtheORationalO–esignOofO fficientO
αrapheneO–ispersingOygentsfOACSnMacronLettersdO2016dOmdOjlejq 6.6 18

51 ytomisticOSimulationOofOtheOSorptionOofOSmallOαasOMoleculesOinOPolyisobutylenefOMacromoleculesdO
2008dOlidOnjjpenjkp 5.5 16

50 NumericalOsimulationOofOmultipleObubblesOgrowingOinOaONewtonianOliquidOfilamentOundergoingO
stretchingfOPhysicsnofnFluidsdO2006dOipdOhljihn 4.4 16

49 yccurateOpredictionOofOtheOlinearOviscoelasticOpropertiesOofOhighlyOentangledOmonoOandObidisperseO
polymerOmeltsfOJournalnofnChemicalnPhysicsdO2014dOilhdOjilqhk 3.9 15

48
MolecularOStructureOandOWorkOofOydhesionOofOPolyWnebutylOacrylateaOandOPolyWnebutylO
acrylateecoeacrylicOacidaOonO˛–eQuartzdO˛–e−erricOOxidedOandO˛–e−erriteOfromO–etailedOMolecularO
–ynamicsOSimulationsfOMacromoleculesdO2015dOlpdOpjnjepjpl

5.5 15

47
VariableO’onnectivityOMethodsOforOtheOytomisticOMonteO’arloOSimulationOofOInhomogeneousOandgorO
ynisotropicOPolymerOSystemsOofOPreciselyO–efinedO’hainOLengthO–istributionr´ OTuningOtheOSpectrumO
ofO’hainORelativeO’hemicalOPotentialsfOMacromoleculesdO2003dOkndOnnolennpj

5.5 15

46
QuantitativeOpredictionsOofOtheOlinearOviscoelasticOpropertiesOofOentangledOpolyethyleneOandO
polybutadieneOmeltsOviaOmodifiedOversionsOofOmodernOtubeOmodelsOonOtheObasisOofOatomisticO
simulationOdatafOJournalnofnNon-NewtoniannFluidnMechanicsdO2013dOjhhdOiiieikh

2.7 14

45
MolecularOdynamicsOsimulationOofOtemperatureOandOpressureOeffectsOonOtheOintermediateOlengthO
scaleOdynamicsOandOzeroOshearOrateOviscosityOofOciseidlepolybutadienerORouseOmodeOanalysisOandO
dynamicOstructureOfactorOspectrafOJournalnofnNon-NewtoniannFluidnMechanicsdO2008dOimjdOipleiql

2.7 14

44 MolecularO–ynamicsOStudyOofOanOytacticOPolyWmethylOmethacrylateae’arbonONanotubeO
NanocompositefOJournalnofnPhysicalnChemistrynBdO2018dOijjdOqhhoeqhji 3.4 14

43 keyrmOstarOpyreneefunctionalOPMMysOforOefficientOexfoliationOofOgraphiteOinOchloroformrOfabricationO
ofOgrapheneereinforcedOfibrousOveilsfONanoscaledO2019dOiidOqimeqki 7.7 13

42 SizeOandO–iffusivityOofOPolymerORingsOinOLinearOPolymerOMatricesrOTheOKeyORoleOofOThreadingO ventsfO
MacromoleculesdO2020dOmkdOphkepjh 5.5 13

41 ShearORheologyOofOUnentangledOandOMarginallyO ntangledORingOPolymerOMeltsOfromOLargeeScaleO
NonequilibriumOMolecularO–ynamicsOSimulationsfOPolymersdO2019dOiidO 4.5 13

40 −romOatomisticOtrajectoriesOtoOprimitiveOpathsOtoOtubeOmodelsrOlinkingOatomisticOsimulationsOwithO
theOreptationOtheoryOofOpolymerOdynamicsfOSoftnMatterdO2010dOndOlnhk 3.6 12

39 MolecularOdynamicsOsimulationOofOtheOlocalOconcentrationOandOstructureOinOmulticomponentOaerosolO
nanoparticlesOunderOatmosphericOconditionsfOPhysicalnChemistrynChemicalnPhysicsdO2017dOiqdOinnpieinnqj3.6 11

38 –ynamicOδeterogeneityOinORingeLinearOPolymerOzlendsfOPolymersdO2020dOijdO 4.5 11

37 InsightsOintoOtheOmorphologyOofOmulticomponentOorganicOandOinorganicOaerosolsOfromOmolecularO
dynamicsOsimulationsfOAtmosphericnChemistrynandnPhysicsdO2019dOiqdOmmoiemmpo 6.8 10
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36 ModelingOofOtheORheologyOandO−loweInducedO’oncentrationO’hangesOinOPolymerOSolutionsfOPhysicaln
ReviewnLettersdO1993dOohdOjnmqejnmq 7.4 10

35
 ffectOofOPolymerO’oncentrationOonOtheOStructureOandO–ynamicsOofOShortOPolyWdedimethylaminoethylO
methacrylateaOinOyqueousOSolutionrOyO’ombinedO xperimentalOandOMolecularO–ynamicsOStudyfO
JournalnofnPhysicalnChemistrynBdO2020dOijldOjlhejmj

3.4 10

34 ytomisticOMonteO’arloOandOmolecularOdynamicsOsimulationOofOtheObulkOphaseOselfeassemblyOofO
semifluorinatedOalkanesfOChemicalnEngineeringnSciencedO2015dOijidOkjemh 4.4 9

33 –etailedOMolecularO–ynamicsOSimulationOofOtheOStructureOandOSelfe–iffusionOofOLinearOandO’yclicO
neylkanesOinOMeltOandOzlendsfOMacromolecularnTheorynandnSimulationsdO2017dOjndOinhhhlq 1.5 9

32
QuantitativeOPredictionOofOtheOStructureOandOViscosityOofOyqueousOMicellarOSolutionsOofOIonicO
SurfactantsrOyO’ombinedOypproachOzasedOonO’oarseeαrainedOMyRTINIOSimulationsO−ollowedObyO
ReverseeMappedOylleytomOMolecularO–ynamicsOSimulationsfOJournalnofnChemicalnTheorynandn
ComputationdO2020dOindOkknkekkoj

6.4 8

31 –etailedOatomisticOsimulationOofOtheOnanoesorptionOandOnanoediffusivityOofOwaterdOtyrosoldOvanillicO
aciddOandOpecoumaricOacidOinOsingleOwallOcarbonOnanotubesfOJournalnofnChemicalnPhysicsdO2013dOikqdOinloii3.9 8

30 TwoespeciesOmodelsOforOtheOrheologyOofOassociativeOpolymerOsolutionsrO–erivationOfromO
nonequilibriumOthermodynamicsfOJournalnofnRheologydO2020dOnldOihhkeihin 4.1 8

29 OnOMaxwellâ��sORelationsOofOThermodynamicsOforOPolymericOLiquidsOawayOfromO quilibriumfO
MacromoleculesdO2011dOlldOnlhenln 5.5 7

28 TheOimpactOofOmolecularOsimulationsOinOgasephaseOmanufactureOofOnanomaterialsfOCurrentnOpinionninn
ChemicalnEngineeringdO2019dOjkdOioleipk 5.4 6

27 UltrafastOrotationalOmotionsOofOsupportedOnanoclustersOprobedObyOelectronOdiffractionfONanoscalen
HorizonsdO2019dOldOiinleiiok 10.8 6

26 SimpledOyccurateOandOUsere−riendlyO–ifferentialO’onstitutiveOModelOforOtheORheologyOofO ntangledO
PolymerOMeltsOandOSolutionsOfromONonequilibriumOThermodynamicsfOMaterialsdO2020dOikdO 3.5 6

25
’onformationOandO–iffusivityOofORingOandOLinearOPolyethyleneOOxideOinOyqueousOSolutionrOMolecularO
TopologyO–ependentO’oncentrationO ffectsOandO’omparisonOwithO xperimentalO–atafO
MacromolecularnTheorynandnSimulationsdO2020dOjqdOjhhhhin

1.5 5

24 MobilityOandOsettlingOrateOofOagglomeratesOofOpolydisperseOnanoparticlesfOJournalnofnChemicaln
PhysicsdO2018dOilpdOhnlohk 3.9 5

23 MolecularOsimulationOofOtheOhighOtemperatureOphaseObehaviourOofO˛–eunsubstitutedOsexithiophenefO
SoftnMatterdO2018dOildOpjmkepjnn 3.6 5

22 ’ontinuumOformulationOofOtheOScheutjense−leerOlatticeOstatisticalOtheoryOforOhomopolymerO
adsorptionOfromOsolutionfOJournalnofnChemicalnPhysicsdO2005dOijkdOiolqhi 3.9 5

21
IndividualO’ontributionsOofOydsorbedOandO−reeO’hainsOtoOMicroscopicO–ynamicsOofOUnentangledO
polyWethyleneOαlycolagSilicaONanocompositeOMeltsOandOtheOImportantORoleOofO ndOαroupsrOTheoryO
andOSimulationfOMacromoleculesdO2021dOmldOllohellpo

5.5 5

20 MonteO’arloOylgorithmOzasedOonOInternalOzridgingOMovesOforOtheOytomisticOSimulationOofO
ThiopheneOOligomersOandOPolymersfOMacromoleculesdO2018dOmidOplhnepljk 5.5 5

19
 ffectOofOpδOandOMolecularOLengthOonOtheOStructureOandO–ynamicsOofOLinearOandOShorte’hainO
zranchedOPolyWethyleneOimineaOinO–iluteOSolutionrOScalingOLawsOfromO–etailedOMolecularO–ynamicsO
SimulationsfOJournalnofnPhysicalnChemistrynBdO2020dOijldOnimleninq

3.4 4
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18 PressureeOandOTemperatureeInducedOMonoclinicetoeOrthorhombicOPhaseOTransitionOinOSilicaliteeifO
JournalnofnPhysicalnChemistrynCdO2018dOijjdOnjioenjjq 3.8 4

17 MultiscaleOModelingOandO’oarseOαrainingOofOPolymerO–ynamicsrOSimulationsOαuidedObyOStatisticalO
zeyonde quilibriumOThermodynamicsO2010dOklkekpk 4

16
PhaseOzoundaryOandOSaltOPartitioningOinO’oacervateO’omplexesO−ormedObetweenOPolyWacrylicOacidaO
andOPolyWNdNedimethylaminoethylOmethacrylateaOfromO–etailedOytomisticOSimulationsO’ombinedO
withO−reeO nergyOPerturbationOandOThermodynamicOIntegrationO’alculationsfOMacromoleculesdO2020dO
mkdOonipeonkl

5.5 4

15 StructureOandO’onformationOofOaO’rystallineOPkδTO−ilmOydsorbedOonOanOylkanethiolOSelfeyssembledO
MonolayerO–epositedOonOαoldfOMacromolecularnTheorynandnSimulationsdO2020dOjqdOjhhhhih 1.5 3

14
–eterminationOofOtheOeffectiveOdiffusivityOofOwaterOinOaOpolyOWmethylOmethacrylateaOmembraneO
containingOcarbonOnanotubesOusingOkineticOMonteO’arloOsimulationsfOJournalnofnChemicalnPhysicsdO
2015dOilkdOinlqhk

3.9 3

13 MolecularO–ynamicsOSimulationOofOymorphousOPolyWkehexylthiopheneafOMacromoleculesdO2020dOmkdOopiheopjl5.5 3

12 ’hameleonrOyOgeneralizeddOconnectivityOalteringOsoftwareOforOtacklingOpropertiesOofOrealisticO
polymerOsystemsfOWileynInterdisciplinarynReviews:nComputationalnMolecularnSciencedO2019dOqdOeilil 7.9 2

11 ’onformationalOandO–ynamicOPropertiesOofOShortO–NyOMinicirclesOinOyqueousOSolutionOfromO
ytomisticOMolecularO–ynamicsOSimulationsfOMacromoleculesdO2020dOmkdOmqhkemqip 5.5 2

10
MolecularOdynamicsOsimulationOofO˛–eunsubstitutedOoligoethiophenesrOdependenceOofOtheirO
highetemperatureOliquidecrystallineOphaseObehaviourOonOmolecularOlengthfOJournalnofnMaterialsn
ChemistrynCdO2019dOodOqqpleqqqm

7.1 2

9 ydvancedOMonteO’arloOMethodsOforOtheOatomisticOsimulationOofOpolymersOwithOaOlinearOorOaO
nonelinearOmolecularOarchitecturefOComputernAidednChemicalnEngineeringdO2006dOkieno 0.6 2

8 UsingOMonteO’arloOtoOSimulateO’omplexOPolymerOSystemsrORecentOProgressOandOOutlookfOFrontiersn
innPhysicsdO2021dOqdO 3.9 2

7 −ieldetheoreticOsimulationsObeyondO˛·einteractionsrOOvercomingOtheOinverseOpotentialOproblemOinO
auxiliaryOfieldOmodelsfOJournalnofnChemicalnPhysicsdO2021dOimmdOhjlihn 3.9 2

6
δighOPolymerOMassO–ensitiesOatOtheOMouthsOofO’arbonONanotubesOW’NTsaO’ontrolOtheO–iffusionOofO
SmallOMoleculesOthroughO’NTezasedOPolymerONanocompositeOMembranesfOJournalnofnPhysicaln
ChemistrynBdO2019dOijkdOnpqjenqhh

3.4 1

5 αeometricOynalysisOofO’lustersOofO−reeOVolumeOyccessibleOtoOSmallOPenetrantsOandOTheirO
’onnectivityOinOPolymerONanocompositesO’ontainingO’arbonONanotubesfOMacromoleculesdO2020dOmkdOqmnkeqmpk5.5 1

4 MolecularOsimulationOofOtheOmorphologyOandOviscosityOofOaqueousOmicellarOsolutionsOofOsodiumO
laurylOetherOsulfateOWSL nSafOJPhysnMaterialsdO2021dOldOhllhhi 4.2 0

3 TheOkrdOInternationalO’onferenceOofOtheOδellenicOSocietyOofORheologyOWδSRafOAppliednRheologydO2002
dOijdOkmekn 1.2

2
MolecularO–ynamicsOSimulationOofOtheO–iffusionO–ynamicsOofOLinearO–NyO−ragmentsOinO–iluteO
SolutionOwithOtheOParmbsciO−orceO−ieldOandO’omparisonOwithO xperimentalO–ataOandOTheoreticalO
ModelsfOMacromoleculesdO2020dOmkdOnikmenimh

5.5

1
UnderstandingOtheOrheologicalObehaviorOofOpolymerOnanocompositesrONoneequilibriumO
thermodynamicsOmodelingOcoupledOwithOdetailedOatomisticOnoneequilibriumOmolecularOdynamicsO
simulationsfOMaterialsnToday:nProceedingsdO2018dOmdOjompqejomqp

1.4

(2018-2018)

7



Vlasis G Mavrantzas

8


