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87 PolybutadieneOzopolymersOviaOxtomisticOandOSystematicOzoarsed−rainedOSimulationseO
MacromoleculescO2022cOllcOiikdikg 5.5 1

86 MechanicalOpropertiesOofOglassyOpolymerOnanocompositesOviaOatomisticOandOcontinuumOmodelsqOTheO
roleOofOinterphaseseOComputeroMethodsoinoAppliedoMechanicsoandoEngineeringcO2022cOjplcOhhkpgl 5.7 2

85 TailoringOInterfacialOPropertiesOinOPolymerâ��SilicaONanocompositesOviaOSurfaceOModificationqOxnO
xtomisticOSimulationOStudyeOACSoAppliedoPolymeroMaterialscO2021cOjcOilnmdilon 4.3 4

84 ModelingOtheOevolutionOofOzOVI’dhpOviaOcompartmentalOandOparticledbasedOapproachesqOxpplicationO
toOtheOzyprusOcaseeOPLoSoONEcO2021cOhmcOegilgngp 3.7 2

83 SizeOandOShapeOzharacteristicsOofOPolystyreneOandOPolyWethyleneOoxideYOStarOPolymerOMeltsOStudiedO
yyOxtomisticOSimulationseOMacromolecularoTheoryoandoSimulationscO2021cOjgcOiggggmn 1.5 1

82  romOOrderOtoO’isorderOofOxlkanethiolOSelfdxssembledOMonolayersOonOzomplexOxuOWihhYcOWiihYcOandO
WjhhYOSurfacesqOImpactOofOtheOSubstrateeOJournaloofoPhysicaloChemistryoCcO2021cOhilcOjkpldjlgo 3.8 0

81 HowO’oesOtheONumberOofOxrmsOxffectOtheOPropertiesOofOMiktodxrmOStarsOinOaOSelectiveOOligomericO
MatrixvOInsightsOfromOxtomisticOSimulationseOACSoOmegacO2021cOmcOhhjodhhko 3.9 1

80 ’ynamicsOandORheologyOofOPolymerOMeltsOviaOHierarchicalOxtomisticcOzoarsed−rainedcOandO
SlipdSpringOSimulationseOMacromoleculescO2021cOlkcOinkgdinmi 5.5 12

79 InterfaceOandOInterphaseOinOPolymerONanocompositesOwithOyareOandOzoredShellO−oldONanoparticleseO
PolymerscO2021cOhjcO 4.5 5

78 −radientOofOSegmentalO’ynamicsOinOStereoregularOPolyWMethylOMethacrylateYOMeltsOzonfinedO
betweenOPristineOorOOxidizedO−rapheneOSheetseOPolymerscO2021cOhjcO 4.5 3

77 zouplingObetweenOPolymerOzonformationsOandO’ynamicsONearOxmorphousOSilicaOSurfacesqOxO’irectO
InsightOfromOxtomisticOSimulationseONanomaterialscO2021cOhhcO 5.4 2

76 ’ynamicsOofOLongO–ntangledOPolyisopreneOMeltsOviaOMultiscaleOModelingeOMacromoleculescO2021cOlkcOompjdonhj5.5 2

75 SelfdassemblyOofOdiphenylalanineOpeptidesOonOgrapheneOdetailedOatomisticOsimulationseOPhysicalo
ChemistryoChemicaloPhysicscO2020cOiicOinmkldinmln 3.6 3

74 zoarsedgrainingOofOpolyisopreneOmeltsOusingOinverseOMonteOzarloOandOlocalOdensityOpotentialseO
JournaloofoChemicaloPhysicscO2020cOhlicOhikpgi 3.9 14

73 SpatiodtemporalOheterogeneitiesOinOnanosegregatedOsingledmoleculeOpolymericOnanoparticleseOSofto
MattercO2020cOhmcOklokdklpg 3.6 4

72 SystematicOzoarsed−rainedOModelsOforOMolecularOSystemsOUsingO–ntropyeOProceedingsoymdpi)cO2020cO
kmcOin 0.3

71 NeuralONetworkOPotentialOSurfacesqOxOzomparisonOofOtwoOxpproacheseOProcediaoComputeroSciencecO
2020cOhnocOjkldjlk 1.6 1
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70 xrtificialOIntelligenceOasOtheO’riverOofOzomputationalOScienceqOprefaceOtoOYSzâ��igigeOProcediao
ComputeroSciencecO2020cOhnocOhdn 1.6 0

69 ’ynamicalOheterogeneitiesOinOnondentangledOpolystyreneOandOpolyWethyleneOoxideYOstarOmeltseO
PhysicsoofoFluidscO2020cOjicOhinhhn 4.4 1

68 PropertiesOofOnanographeneOinOpolymerOnanocompositesOthroughOalldatomOsimulationsqOShapeO
fluctuationsOandOripplingeOComputationaloMaterialsoSciencecO2020cOhnicOhgpjjg 3.2 8

67 SelfdassemblyOofOxlaninedIsoleucineOandOIsoleucinedIsoleucineO’ipeptidesOthroughOxtomisticO
SimulationsOandO–xperimentseOJournaloofoPhysicaloChemistryoBcO2020cOhikcOnhgidnhhk 3.4 3

66
zonformationsOandO’ynamicsOofOPolymerOzhainsOinOzisOandOTransOPolybutadienefSilicaO
NanocompositesOthroughOxtomisticOSimulationsqO romOtheOUnentangledOtoOtheO–ntangledORegimeeO
MacromoleculescO2020cOljcOmhnjdmhop

5.5 17

65 ’ataddrivenOuncertaintyOquantificationOforOsystematicOcoarsedgrainedOmodelseOSoftoMaterialscO2020cO
hocOjkodjmo 1.7 1

64 youndOLayerOPolymerOyehaviorOonO−rapheneOandO−rapheneOOxideONanosheetseOMacromoleculescO
2020cOljcOmhpgdmigj 5.5 6

63 yackmappingOcoarsedgrainedOmacromoleculesqOxnOefficientOandOversatileOmachineOlearningO
approacheOJournaloofoChemicaloPhysicscO2020cOhljcOgkhhgh 3.9 19

62 StudyOofOtheOtransientOdynamicsOofOcoarsedgrainedOmolecularOsystemsOwithOtheOpathdspaceO
forcedmatchingOmethodeOProcediaoComputeroSciencecO2019cOhlmcOlpdmo 1.6 1

61 HierarchicalOmodellingOofOpolystyreneOmeltsqOfromOsoftOblobsOtoOatomisticOresolutioneOSoftoMattercO
2019cOhlcOiopdjgi 3.6 23

60 StructureOandOzonformationOofOStereoregularOPolyWmethylOmethacrylateYOzhainsOxdsorbedOonO
−rapheneOOxideOandOReducedO−rapheneOOxideOviaOxtomisticOSimulationseOMacromoleculescO2019cOlicOjoildjojo5.5 21

59 NanostructuringOSingledMoleculeOPolymericONanoparticlesOviaOMacromolecularOxrchitectureeOACSo
NanocO2019cOhjcOikjpdikkp 16.7 10

58
InvestigationOofOtheOpropertiesOofOnanographeneOinOpolymerOnanocompositesOthroughOmolecularO
simulationsqOdynamicsOandOanisotropicOyrownianOmotioneOPhysicaloChemistryoChemicaloPhysicscO2019cO
ihcOijokjdijolk

3.6 7

57 StructureOOfOyiomoleculesOThroughOMolecularO’ynamicsOSimulationseOProcediaoComputeroSciencecO
2019cOhlmcOmpdno 1.6 31

56 yiodwasteOtoOyiodplasticOWyiyYqOProductionOofOzompostableOyiodPlasticsOfromO oodOWasteeO
Proceedingsoymdpi)cO2019cOjgcOkn 0.3 3

55 StructureOandOdynamicsOofOstereodregularOpolyWmethyldmethacrylateYOmeltsOthroughOatomisticO
molecularOdynamicsOsimulationseOSoftoMattercO2018cOhkcOhkkpdhkmk 3.6 14

54 xtomisticOMolecularO’ynamicsOSimulationsOofOPolymerf−rapheneONanostructuredOSystemseO
MaterialsoToday:oProceedingscO2018cOlcOinknidinkoh 1.4 0

53 ModellingOofOnovelOpolymerOmaterialsOthroughOatomisticOmolecularOdynamicsOsimulationseOProcediao
ComputeroSciencecO2018cOhjmcOjkhdjlg 1.6 3
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52 PathOspaceOforceOmatchingOandOrelativeOentropyOmethodsOforOcoarsedgrainingOmolecularOsystemsOatO
transientOregimeseOProcediaoComputeroSciencecO2018cOhjmcOjjhdjkg 1.6 1

51 –ffectOofOmacromolecularOarchitectureOonOtheOselfdassemblyObehaviorOofOcopolymersOinOaOselectiveO
polymerOhosteOSoftoMattercO2018cOhkcOplmidplng 3.6 12

50 StructurecO’ynamicscOandOxpparentO−lassOTransitionOofOStereoregularOPolyWmethylO
methacrylateYf−rapheneOInterfacesOthroughOxtomisticOSimulationseOMacromoleculescO2018cOlhcOnlhodnlji5.5 26

49 StructuralOandOzonformationalOPropertiesOofOPolyWethyleneOoxideYfSilicaONanocompositesqO–ffectOofO
zonfinementeOMacromoleculescO2017cOlgcOminjdmiok 5.5 27

48 ParameterizationOofOzoarsed−rainedOMolecularOInteractionsOthroughOPotentialOofOMeanO orceO
zalculationsOandOzlusterO–xpansionOTechniqueseOEntropycO2017cOhpcOjpl 2.8 14

47 ’ynamicsOandOStructureOofOMonolayerOPolymerOzrystallitesOonO−rapheneeONanooLetterscO2016cOhmcOmppkdnggg11.5 19

46 ParametrizingOcoarseOgrainedOmodelsOforOmolecularOsystemsOatOequilibriumeOEuropeanoPhysicalo
Journal:oSpecialoTopicscO2016cOiilcOhjkndhjni 2.3 11

45 PathdspaceOvariationalOinferenceOforOnondequilibriumOcoarsedgrainedOsystemseOJournaloofo
ComputationaloPhysicscO2016cOjhkcOjlldjoj 4.1 26

44 StructuralOandO’ynamicalOPropertiesOofOPolystyreneOThinO ilmsOSupportedObyOMultipleO−rapheneO
LayerseOMacromoleculescO2015cOkocOinmhdinni 5.5 29

43 ParametricOsensitivityOanalysisOforOstochasticOmolecularOsystemsOusingOinformationOtheoreticO
metricseOJournaloofoChemicaloPhysicscO2015cOhkjcOghkhhm 3.9 13

42 TheOgeometryOofOgeneralizedOforceOmatchingOandOrelatedOinformationOmetricsOinOcoarsedgrainingOofO
molecularOsystemseOJournaloofoChemicaloPhysicscO2015cOhkjcOgokhgl 3.9 21

41 StructuralOandO’ynamicalOPropertiesOofOPolyethylenef−rapheneONanocompositesOthroughO
MolecularO’ynamicsOSimulationseOPolymerscO2015cOncOjpgdkhn 4.5 71

40 –dged unctionalizedO−rapheneOasOaONanofillerqOMolecularO’ynamicsOSimulationOStudyeO
MacromoleculescO2015cOkocOpgikdpgjo 5.5 45

39 ’ynamicsOofOvariousOpolymerdgrapheneOinterfacialOsystemsOthroughOatomisticOmolecularOdynamicsO
simulationseOSoftoMattercO2014cOhgcOionmdoo 3.6 98

38 InterphaseOofOaOPolymerOatOaOSolidOInterfaceeOMacromoleculescO2014cOkncOoklpdokml 5.5 19

37 QuantitativeOstudyOofOequilibriumOandOnondequilibriumOpolymerOdynamicsOthroughOsystematicO
hierarchicalOcoarsedgrainingOsimulationsO2014cOimcOhldio 11

36 StructureOandOdynamicsOofOpolyWmethylOmethacrylateYfgrapheneOsystemsOthroughOatomisticO
molecularOdynamicsOsimulationseOJournaloofoNanoparticleoResearchcO2013cOhlcOh 2.3 57

35 xOMolecularO’ynamicsOStudyOofOPolymerf−rapheneONanocompositeseOMacromolecularoSymposiacO
2013cOjjhdjjicOkjdkp 0.8 21
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34
HierarchicalOMultiscaleOModelingOofOPolymerâ��SolidOInterfacesqOxtomisticOtoOzoarsed−rainedO
’escriptionOandOStructuralOandOzonformationalOPropertiesOofOPolystyreneâ��−oldOSystemseO
MacromoleculescO2013cOkmcOlnkhdlnlg

5.5 41

33 –ffectOofOsolventOonOtheOselfdassemblyOofOdialanineOandOdiphenylalanineOpeptideseOJournaloofoPhysicalo
ChemistryoBcO2013cOhhncOjpmidnl 3.4 73

32 HierarchicalOsimulationsOofOhybridOpolymerâ��solidOmaterialseOSoftoMattercO2013cOpcOmmpm 3.6 56

31 MolecularOdynamicsOofOpolyisoprenefpolystyreneOoligomerOblendsqOtheOroleOofOselfdconcentrationO
andOfluctuationsOonOblendOdynamicseOJournaloofoChemicaloPhysicscO2013cOhjpcOgjkpgk 3.9 20

30 ’ynamicOheterogeneityOinOfullyOmiscibleOblendsOofOpolystyreneOwithOoligostyreneeOPhysicaloReviewo
LetterscO2013cOhhgcOhmlngh 7.4 29

29 PropertiesOofOshortOpolystyreneOchainsOconfinedObetweenOtwoOgoldOsurfacesOthroughOaOcombinedO
densityOfunctionalOtheoryOandOclassicalOmolecularOdynamicsOapproacheOSoftoMattercO2012cOocOmjig 3.6 31

28 MultiscaleOmodelingOofOsoftOmatterqOscalingOofOdynamicseOPhysicaloChemistryoChemicaloPhysicscO2011cO
hjcOhgkhidig 3.6 133

27 TemperatureOandOPressureO’ependenceOofOPolystyreneO’ynamicsOthroughOMolecularO’ynamicsO
SimulationsOandO–xperimentseOMacromoleculescO2011cOkkcOjpjdkgi 5.5 53

26
PropertiesOofOyenzeneOzonfinedObetweenOTwoOxuWhhhYOSurfacesOUsingOaOzombinedO’ensityO
 unctionalOTheoryOandOzlassicalOMolecularO’ynamicsOxpproacheOJournaloofoPhysicaloChemistryoCcO2011
cOhhlcOhkngndhknhn

3.8 31

25 QuantitativeOxnalysisOonOtheOValidityOofOaOzoarsed−rainedOModelOforONonequilibriumOPolymericO
LiquidsOunderO loweOMacromoleculescO2010cOkjcOjhlmdjhmg 5.5 32

24 ’ynamicsOofOPolystyreneOMeltsOthroughOHierarchicalOMultiscaleOSimulationseOMacromoleculescO2009cO
kicOnphdogi 5.5 168

23  luorescenceOzorrelationOSpectroscopyOStudyOofOMolecularOProbeO’iffusionOinOPolymerOMeltseO
MacromoleculescO2009cOkicOkolodkomm 5.5 54

22 zoarsed−rainedOPolymerOMeltsOyasedOonOIsolatedOxtomisticOzhainsqOSimulationOofOPolystyreneOofO
’ifferentOTacticitieseOMacromoleculescO2009cOkicOnlnpdnloo 5.5 134

21 StructuralOPropertiesOofOxtacticOPolystyreneOofO’ifferentOThermalOHistoryOObtainedOfromOaO
MultiscaleOSimulationeOMacromoleculescO2009cOkicOjokdjph 5.5 36

20 PredictingOpolymerOdynamicsOatOmultipleOlengthOandOtimeOscaleseOSoftoMattercO2009cOlcOjpig 3.6 70

19 –quilibrationOandO’eformationOofOxmorphousOPolystyreneqOScaledjumpingOSimulationalOxpproacheO
MacromolecularoTheoryoandoSimulationscO2008cOhncOipgdjgg 1.5 17

18 MolecularOSimulationOViaOzonnectivitydalteringOMonteOzarloOandOScaledjumpingOMethodsqO
xpplicationOtoOxmorphousOPolystyreneeOMacromolecularoTheoryoandoSimulationscO2008cOhncOjpjdkgi 1.5 13

17
MolecularOdynamicsOsimulationOofOtemperatureOandOpressureOeffectsOonOtheOintermediateOlengthO
scaleOdynamicsOandOzeroOshearOrateOviscosityOofOcisdhckdpolybutadieneqORouseOmodeOanalysisOandO
dynamicOstructureOfactorOspectraeOJournaloofoNon-NewtonianoFluidoMechanicscO2008cOhlicOhokdhpk

2.7 14
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16 –thylbenzeneO’iffusionOinOPolystyreneq´ OUnitedOxtomOxtomisticfzoarseO−rainedOSimulationsOandO
–xperimentseOMacromoleculescO2007cOkgcOngimdngjl 5.5 60

15
xtomisticOSimulationOofOxlkanethiolOSelfdxssembledOMonolayersOonO’ifferentOMetalOSurfacesOviaOaO
QuantumcO irstdPrinciplesOParametrizationOofOtheOSulfurâ��MetalOInteractioneOJournaloofoPhysicalo
ChemistryoCcO2007cOhhhcOmjogdmjph

3.8 46

14 zomparisonOyetweenOzoarsed−rainingOModelsOforOPolymerOSystemsqOTwoOMappingOSchemesOforO
PolystyreneeOMacromolecularoChemistryoandoPhysicscO2007cOigocOihgpdihig 2.6 142

13 xggregationOandOvesiculationOofOmembraneOproteinsObyOcurvaturedmediatedOinteractionseONaturecO
2007cOkkncOkmhdk 50.4 595

12 TemperatureOandOPressureO–ffectsOonOLocalOStructureOandOzhainOPackingOinOcisdhckdPolybutadieneO
fromO’etailedOMolecularO’ynamicsOSimulationseOMacromolecularoTheoryoandoSimulationscO2006cOhlcOjohdjpj1.5 20

11 xOnovelOmethodOforOmeasuringOtheObendingOrigidityOofOmodelOlipidOmembranesObyOsimulatingO
tetherseOJournaloofoChemicaloPhysicscO2006cOhilcOigkpgl 3.9 101

10 xtomisticOmolecularOdynamicsOsimulationOofOtheOtemperatureOandOpressureOdependencesOofOlocalO
andOterminalOrelaxationsOinOcisdhckdpolybutadieneeOJournaloofoChemicaloPhysicscO2006cOhikcOgokpgm 3.9 33

9 HierarchicalOModelingOofOPolystyreneqO romOxtomisticOtoOzoarsed−rainedOSimulationseO
MacromoleculescO2006cOjpcOmngodmnhp 5.5 288

8 Selfdzonsistentd ieldOStudyOofOzompressibleOSemiflexibleOMeltsOxdsorbedOonOaOSolidOSubstrateOandO
zomparisonOwithOxtomisticOSimulationseOMacromoleculescO2005cOjocOnhjkdnhkp 5.5 47

7 MolecularO’ynamicsOSimulationOofOaOPolymerOMeltfSolidOInterfaceq´ OLocalO’ynamicsOandOzhainO
MobilityOinOaOThinO ilmOofOPolyethyleneOMeltOxdsorbedOonO−raphiteeOMacromoleculescO2005cOjocOlnpmdlogp5.5 152

6 ’etailedOxtomisticOSimulationOofOaOPolymerOMeltfSolidOInterfaceq´ OStructurecO’ensitycOandO
zonformationOofOaOThinO ilmOofOPolyethyleneOMeltOxdsorbedOonO−raphiteeOMacromoleculescO2005cOjocOlnogdlnpl5.5 166

5
zrossoverOfromOtheORouseOtoOtheO–ntangledOPolymerOMeltORegimeqOOSignalsOfromOLongcO’etailedO
xtomisticOMolecularO’ynamicsOSimulationscOSupportedObyORheologicalO–xperimentseOMacromolecules
cO2003cOjmcOhjnmdhjon

5.5 179

4 xtomisticOmolecularOdynamicsOsimulationOofOdiffusionOinObinaryOliquidOndalkaneOmixtureseOJournaloofo
ChemicaloPhysicscO2002cOhhmcOnmlmdnmml 3.9 46

3 ’etailedOmolecularOdynamicsOsimulationOofOtheOselfddiffusionOofOndalkaneOandOcisdhckOpolyisopreneO
oligomerOmeltseOJournaloofoChemicaloPhysicscO2002cOhhmcOkjm 3.9 78

2 xtomisticOMolecularO’ynamicsOSimulationOofOStressORelaxationOuponOzessationOofOSteadydStateO
UniaxialO–longationalO loweOMacromoleculescO2000cOjjcOogmidognm 5.5 41

1 xtomisticOMolecularO’ynamicsOSimulationOofOPolydisperseOLinearOPolyethyleneOMeltseO
MacromoleculescO1998cOjhcOnpjkdnpkj 5.5 159

Vagelis A Harmandaris

6


