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l Paper IF Citations

80 SingularityLfreeLalgorithmLforLmolecularLdynamicsLsimulationLofLrigidLpolyatomics[LMoleculargPhysics
YL1977YLdeYLdchZddb 1.7 398

79 rLmolecularLdynamicsLsimulationLofLdropletLevaporation[LInternationalgJournalgofgHeatgandgMassg
TransferYL2003YLegYLdbhjZdbii 4.9 76

78 znfluenceLofLhydrophilicLsurfaceLspecificityLonLtheLstructuralLpropertiesLofLconfinedLwater[LJournalg
ofgPhysicalgChemistrygBYL2009YLbbdYLbdicfZdj 3.4 69

77 ThermalLtransportLacrossLnanoscaleLsolidZfluidLinterfaces[LAppliedgPhysicsgLettersYL2008YLjcYLbddbaf 3.4 66

76 rromaticLPolyamideLReverseZOsmosisLMembranekLrnLrtomisticLMolecularLuynamicsLSimulation[L
JournalgofgPhysicalgChemistrygBYL2016YLbcaYLbadbbZbadbi 3.4 59

75 MolecularLsimulationLofLthermalLtransportLacrossLhydrophilicLinterfaces[LChemicalgPhysicsgLettersYL
2008YLeghYLbbaZbbd 2.5 48

74 ThermalLconductivityLinLmolecularLfluids[LMoleculargPhysicsYL1989YLgiYLbcbjZbccd 1.7 42

73 ZeoliteZfiberLintegratedLopticalLchemicalLsensorsLforLdetectionLofLdissolvedLorganicsLinLwater[L
LangmuirYL2005YLcbYLigajZbc 4 41

72 PreferentialLionLandLwaterLintakeLusingLchargedLcarbonLnanotubes[LChemicalgPhysicsgLettersYL2007YL
edeYLcjcZcjg 2.5 40

71 NanoparticleLpermeationLinducesLwaterLpenetrationYLionLtransportYLandLlipidLflipZflop[LLangmuirYL
2012YLciYLbgjijZhaaa 4 34

70 MolecularLdynamicsLsimulationLofLionLselectivityLprocessLinLnanopores[LMoleculargSimulationYL2008YL
deYLbgjZbhf 2 34

69 TheLroleLofLexternalLelectricLfieldsLinLenhancingLionLmobilityYLdriftLvelocityYLandLdriftZdiffusionLratesL
inLaqueousLelectrolyteLsolutions[LJournalgofgChemicalgPhysicsYL2011YLbdeYLbbefae 3.9 33

68 PermeationLofLnanocrystalsLacrossLlipidLmembranes[LMoleculargPhysicsYL2011YLbajYLbfbbZbfcg 1.7 30

67 SurfaceZfunctionalizedLnanoparticleLpermeationLtriggersLlipidLdisplacementLandLwaterLandLionL
leakage[LLangmuirYL2015YLdbYLbaheZif 4 28

66 ThermalLtransportLthroughLaLfluidâ��solidLinterface[LChemicalgPhysicsgLettersYL2009YLehgYLcghZcha 2.5 28

65 RoleLofLsurfaceLligandsLinLnanoparticleLpermeationLthroughLaLmodelLmembranekLaLcoarseZgrainedL
molecularLdynamicsLsimulationsLstudy[LMoleculargPhysicsYL2012YLbbaYLcbibZcbjf 1.7 28

64 MolecularLdynamicsLaveragingLofLXeLchemicalLshiftsLinLliquids[LJournalgofgChemicalgPhysicsYL2004YL
bcbYLjfibZjc 3.9 28
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63 XenonLRecoveryLbyLuudRLZeoliteLMembraneskLrpplicationLinLrnaesthetics[LAngewandtegChemiegwg
InternationalgEditionYL2019YLfiYLbffbiZbffcf 16.4 27

62
UnderstandingLtheLeffectLofLzeoliteLcrystalLexpansion]contractionLonLseparationLperformanceLofL
NarLzeoliteLmembranekLrLcombinedLexperimentalLandLmolecularLsimulationLstudy[LJournalgofg
MembranegScienceYL2017YLfdjYLbeZcd

9.6 25

61 rLsimpleLmolecularLdynamicsLsimulationLforLcalculatingLyenrySsLconstantLandLsolubilityLofLgasesLinL
liquids[LChemicalgPhysicsgLettersYL2000YLdbjYLgaZge 2.5 25

60 TheLstructureLofLhydrogenLchloride[LMoleculargPhysicsYL1984YLfbYLfcfZfcj 1.7 24

59 ProtonZSelectiveLzonLTransportLinLZSMZfLZeoliteLMembrane[LJournalgofgPhysicalgChemistrygCYL2016YL
bcaYLcgdigZcgdjc 3.8 23

58 TheLtompositionLofLtheLMobileLPhaseLrffectsLtheLuynamicLthiralLRecognitionLofLurugLMoleculesLbyL
theLthiralLStationaryLPhase[LLangmuirYL2017YLddYLbbcegZbbcfg 4 23

57 TransportLofLVanadiumLandLOxovanadiumLzonsLrcrossLZeoliteLMembraneskLrLMolecularLuynamicsL
Study[LJournalgofgPhysicalgChemistrygCYL2014YLbbiYLcdiadZcdiba 3.8 22

56 TheLeffectLofLthicknessYLporeLsizeLandLstructureLofLaLnanomembraneLonLtheLfluxLandLselectivityLinL
reverseLosmosisLseparationskLaLmolecularLdynamicsLstudy[LChemicalgPhysicsgLettersYL2004YLdjhYLcbbZcbf 2.5 22

55 ZeoliteLmembranesLforLionLseparationsLfromLaqueousLsolutions[LCurrentgOpiniongingChemicalg
EngineeringYL2015YLiYLbfZca 5.4 21

54 rLthermalLlogicLdeviceLbasedLonLfluidZsolidLinterfaces[LAppliedgPhysicsgLettersYL2013YLbacYLbjdbaj 3.4 21

53 tommunicationkLThermalLrectificationLinLliquidsLbyLmanipulatingLtheLsolidZliquidLinterface[LJournalg
ofgChemicalgPhysicsYL2012YLbdhYLaibbab 3.9 21

52 SimulatedLPermeationLandLtharacterizationLofLPvxylatedLxoldLNanoparticlesLinLaLLipidLsilayerL
System[LLangmuirYL2016YLdcYLhfebZff 4 19

51 NanoscaleLjetLcollisionLandLmixingLdynamics[LNanogLettersYL2007YLhYLhahZbc 11.5 18

50 MolecularLdynamicsLsimulationsLofLtheLchiralLrecognitionLmechanismLforLaLpolysaccharideLchiralL
stationaryLphaseLinLenantiomericLchromatographicLseparations[LMoleculargPhysicsYL2019YLbbhYLdfgjZdfii 1.7 17

49 uynamicsLofLnanoscaleLjetLformationLandLimpingementLonLflatLsurfaces[LPhysicsgofgFluidsYL2007YLbjYLbcibac4.4 17

48 yydrationLofLionsLunderLconfinement[LMoleculargSimulationYL2010YLdgYLfhjZfij 2 16

47 ThermalLrectificationLinLaLfluidLreservoir[LAppliedgPhysicsgLettersYL2012YLbaaYLbcbjab 3.4 16

46 StructureLofLaqueousLMgSOeLsolutionkLuiluteLtoLconcentrated[LChemicalgPhysicsgLettersYL2011YLfaiYLdiZec2.5 14
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45 ThermalLtransportLthroughLsuperlatticeLsolidZsolidLinterfaces[LAppliedgPhysicsgLettersYL2009YLjfYLafbjah 3.4 14

44 wabricationLandLstabilityLexplorationLofLhollowLfiberLmordeniteLzeoliteLmembranesLforL
isopropanol]waterLmixtureLseparation[LMicroporousgandgMesoporousgMaterialsYL2019YLcheYLdehZdff 5.3 14

43 trystallizationLofLacetaminophenLonLchitosanLfilmsLblendedLwithLdifferentLacids[LChemicalg
EngineeringgScienceYL2015YLbcgYLbZj 4.4 13

42 vxploringLgasLpermeabilityLofLlipidLmembranesLusingLcoarseZgrainedLmolecularLdynamics[LMolecularg
SimulationYL2009YLdfYLjfdZjgb 2 13

41 RotationalLbehaviourLofLPvxylatedLgoldLnanorodsLinLaLlipidLbilayerLsystem[LMoleculargPhysicsYL2017YL
bbfYLbbccZbbed 1.7 12

40 uiffusionLofLgasesLacrossLlipidLmembranesLwithLOmprLchannelkLaLmolecularLdynamicsLstudy[L
MoleculargPhysicsYL2010YLbaiYLbfgjZbfib 1.7 12

39 MolecularLuynamicsLSimulationsLofLXeLthemicalLShiftsLandLSolubilityLinnZrlkanesâ� [LJournalgofg
PhysicalgChemistrygCYL2007YLbbbYLbfhhbZbfhid 3.8 12

38
ModelingLvnantiomericLSeparationsLasLanLznterfacialLProcessLUsingLrmyloseL
TrisTdYfZdimethylphenylLcarbamateULTruMPtULPolymersLtoatedLonLrmorphousLSilica[LLangmuirYL
2020YLdgYLbbbdZbbce

4 12

37 MolecularLdynamicsLsimulationsLofLliquidZliquidLphaseLequilibriumLofLternaryL
methanol]water]hydrocarbonLmixtures[LFluidgPhasegEquilibriaYL2018YLehaYLbajZbbj 2.5 12

36 tomputationalLMolecularLModelingLofLTransportLProcessesLinLNanoporousLMembranes[LProcessesYL
2018YLgYLbce 2.9 12

35 uynamicLrectificationLinLaLthermalLdiodeLbasedLonLfluidZsolidLinterfaceskLtontrastingLbehaviorLofL
softLmaterialsLandLfluids[LAppliedgPhysicsgLettersYL2014YLbaeYLcbbgab 3.4 11

34 MolecularLdynamicsLsimulationsLrevealLhowLcharacteristicsLofLsurfaceLandLpermeantLaffectL
permeationLeventsLatLtheLsurfaceLofLsoftLmatter[LMoleculargSimulationYL2017YLedYLedjZegg 2 9

33 rtomisticLSimulationsLofLsiofoulingLandLMolecularLTransferLofLaLtrossZlinkedLrromaticLPolyamideL
MembraneLforLuesalination[LLangmuirYL2020YLdgYLhgfiZhggi 4 8

32 XenonLRecoveryLbyLuudRLZeoliteLMembraneskLrpplicationLinLrnaesthetics[LAngewandtegChemieYL
2019YLbdbYLbfggeZbfghb 3.6 8

31 tommunicationkLrLtractableLdesignLforLaLthermalLtransistor[LJournalgofgChemicalgPhysicsYL2013YLbdjYLbfbbac3.9 8

30 PredictionLofLyenrySsLconstantsLofLxenonLinLcycloZalkanesLfromLmolecularLdynamicsLsimulations[L
FluidgPhasegEquilibriaYL2008YLcgjYLhdZhj 2.5 8

29 PredictionLofLhydrogenLsolubilityLinLheavyLhydrocarbonsLoverLaLrangeLofLtemperaturesLandL
pressuresLusingLmolecularLdynamicsLsimulations[LFluidgPhasegEquilibriaYL2010YLcjjYLjeZbab 2.5 7

28 SimulationsLofLtheLThermalLtonductivityLinLtheLVicinityLofLtheLtriticalLPoint[LMoleculargSimulationYL
1998YLcaYLdifZdjf 2 7
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27 MolecularLsimulationsLofLtheLcompetitiveLadsorptionLofLsiloxanesLandLwaterLonLamorphousLsilicaL
surfacesLasLaLfunctionLofLtemperature[LChemicalgPhysicsgLettersYL2011YLfbgYLcbgZcbj 2.5 6

26 rnomalousLflowLbehaviorLinLnanochannelskLrLmolecularLdynamicsLstudy[LChemicalgPhysicsgLettersYL
2010YLejcYLcifZcij 2.5 6

25 UnderstandingLunusualLthermalLtransportLbehaviorLinLsoftLmaterialsLunderLmechanicalLstrainLâ��LrL
molecularLdynamicsLstudy[LChemicalgPhysicsgLettersYL2015YLgcgYLbacZbaf 2.5 5

24
UsingLMolecularLSimulationsLToLuevelopLReliableLuesignLToolsLandLtorrelationsLforLvngineeringL
rpplicationsLofLrqueousLvlectrolyteLSolutions[LJournalgofgChemicalgoamp;gEngineeringgDataYL2016YL
gbYLbfhiZbfie

2.8 5

23 vvaluationLandLextrapolationLofLtheLsolubilityLofLycLandLtOLinLnZalkanesLandLnZalcoholsLusingL
molecularLsimulation[LFluidgPhasegEquilibriaYL2014YLdieYLedZej 2.5 5

22 vffectLofLPhosphateLSaltLtoncentrationLandLSolutionLpyLonLtheLrqueousZPhaseLyomoLandL
topolymerizationLofLNZVinylLPyrrolidone[LMacromoleculargReactiongEngineeringYL2018YLbcYLbiaaabc 1.5 5

21 MolecularLuynamicsLStudiesLofLNanoparticleLTransportLThroughLModelLLipidLMembranesL2019YLbajZbgf 4

20 rchievingLthermalLrectificationLinLdesignedLliquidZliquidLsystems[LAppliedgPhysicsgLettersYL2016YLbaiYLbdebab3.4 4

19 MolecularLsimulationsLofLthermalLtransportLacrossLinterfaceskLsolidâ��vapourLandLsolidâ��solid[L
MoleculargSimulationYL2012YLdiYLgecZgfc 2 4

18 rnomalousLflowLbehaviorLinLclosedLandLopenLthinLwalledLnanochannels[LPhysicsgLettersugSectiongA:g
GeneralugAtomicgandgSolidgStategPhysicsYL2010YLdheYLececZeceg 2.3 4

17 yeatLinducedLpolarizationLinLmolecularLfluids[LMoleculargPhysicsYL1990YLgjYLgjhZhac 1.7 4

16 yowLtheLcapillarityLandLinkZairLflowLgovernLtheLperformanceLofLaLfountainLpen[LJournalgofgColloidg
andgInterfacegScienceYL2020YLfhiYLggaZggh 9.3 3

15 rLxvNvRrLzZvuLtORRvSPONuzNxLSTrTvSLTyvORYLwORLTyvLSURwrtvLTvNSzONLOwLLzQUzuSLrNuL
LzQUzuLMzXTURvS[LChemicalgEngineeringgCommunicationsYL1986YLeaYLdefZdfi 2.2 3

14 MolecularZLevelLNObservationsNLofLtheLsehaviorLofLxoldLNanoparticlesLinLrqueousLSolutionLandL
znteractingLwithLaLLipidLsilayerLMembrane[LMethodsgingMoleculargBiologyYL2019YLcaaaYLdadZdfj 1.4 2

13 znterfacialLThermalLtonductivityLandLztsLrnisotropy[LProcessesYL2020YLiYLch 2.9 1

12 UnderstandingLtheLliquidâ��liquidLTwaterâ��hexaneULinterface[LChemicalgPhysicsgLettersYL2017YLgifYLeccZecg 2.5 1

11
NotekLtheLroleLofLexternalLelectricLfieldsLinLenhancingLionLmobilityYLdriftLvelocityYLandLdriftZdiffusionL
ratesLinLaqueousLelectrolyteLsolutionsL[†[Lthem[LPhys[LbdeYLbbefaeLTcabbU][LJournalgofgChemicalg
PhysicsYL2012YLbdgYLahgbab

3.9 1

10 tapillaryLwlowLofLPowerZLawLNonZNewtonianLLiquidsLinLtircularLTubes[LChemicalgEngineeringg
CommunicationsYL2005YLbjcYLfhfZfia 2.2 1
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9 PredictionLofLthermalLconductivityLforLdenseLfluidsLandLfluidLmixtures[LAICHEgJournalYL1981YLchYLigeZigg 3.6 1

8 SecondZorderLperturbationLtheoryLforLtheLangularLcorrelationLfunctionLofLnonZlinearLmolecules[L
ChemicalgPhysicsgLettersYL1981YLieYLbbeZbbi 2.5 1

7 OnLusingLtheLanisotropyLinLtheLthermalLresistanceLofLsolidâ��fluidLinterfacesLtoLmoreLeffectivelyLcoolL
nanoZelectronics[LMoleculargSimulationYL2020YLegYLbgcZbgh 2 1

6 MolecularLdynamicsLsimulationsLofLchiralLrecognitionLofLdrugsLbyLamyloseLpolymersLcoatedLonL
amorphousLsilica[LMoleculargPhysicsYebjcchhc 1.7 1

5 rlteringLthermalLtransportLbyLstrainedZlayerLepitaxy[LAppliedgPhysicsgLettersYL2018YLbbcYLbjebab 3.4 1

4 MolecularLdynamicsLsimulationsLofLenantiomericLseparationsLasLanLinterfacialLprocessLinLyPLt[L
AICHEgJournalYL2021YLghYLebhbed 3.6 1

3 NovelLmethodsLtoLcharacteriseLspatialLdistributionLandLenantiomericLcompositionLofLusnicLacidsLinL
fourLzcelandicLlichens[[LPhytochemistryYL2022YLbbdcba 4 1

2 ResearchLPossibilitiesLinLtomputationalLModelingLasLaLLowLtostLrlternativeLtoLTraditionalL
vxperimentalLResearchL2022YLbgfZbhc

1 UnderstandingLSeparationLMechanismsLofLMonoatomicLxasesYLSuchLasL–rLandLXeYLviaLuudRLZeoliteL
MembraneLUsingLMolecularLuynamics[LThermoYL2022YLcYLfgZhd
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