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153 NanophaseY₆egregationLandL−ransportLinLNafionLaagLfromL¯olecularLtynamicsL₆imulationsjLLuffectL
ofL¯onomericL₆equenceZLJournalhofhPhysicalhChemistryhBXL2004XLa]hXLcadiYcaeg 3.4 375

152  owYtemperatureLsolutionYprocessedL iYdopedL₆nébLasLanLeffectiveLelectronLtransportingLlayerLforL
highYperformanceLflexibleLandLwearableLperovskiteLsolarLcellsZLNanohEnergyXL2016XLbfXLb]hYbae 17.1 331

151 ¯olecularLtynamicsL₆tudyLofLaL₆urfactantY¯ediatedLtecaneâ��WaterLynterfacejLLuffectLofL¯olecularL
qrchitectureLofLqlkylLrenzeneL₆ulfonateZLJournalhofhPhysicalhChemistryhBXL2004XLa]hXLabac]Yabad] 3.4 187

150
₆tructuresLandLpropertiesLofLselfYassembledLmonolayersLofLbistableL[b]rotaxanesLonLquLTaaaUL
surfacesLfromLmolecularLdynamicsLsimulationsLvalidatedLwithLexperimentZLJournalhofhthehAmericanh
ChemicalhSocietyXL2005XLabgXLaefcYge

16.4 185

149 ₆elfYpolymerizedLdopamineLasLanLorganicLcathodeLforL iYLandLNaYionLbatteriesZLEnergyhandh
EnvironmentalhScienceXL2017XLa]XLb]eYbae 35.4 181

148 sollagenLintrafibrillarLmineralizationLasLaLresultLofLtheLbalanceLbetweenLosmoticLequilibriumLandL
electroneutralityZLNaturehMaterialsXL2017XLafXLcg]Ycgh 27 148

147
virstYPrinciplesLtensityLvunctionalL−heoryL¯odelingLofL iLrindingjL−hermodynamicsLandL₀edoxL
PropertiesLofLQuinoneLterivativesLforL ithiumYyonLratteriesZLJournalhofhthehAmericanhChemicalh
SocietyXL2016XLachXLbcgdYhb

16.4 142

146 qllL₆olidY₆tateL ithiumLratteriesLqssembledLwithLxybridL₆olidLulectrolytesZLJournalhofhtheh
ElectrochemicalhSocietyXL2015XLafbXLqg]dYqga] 3.9 124

145 ¯echanicalLandLtransportLpropertiesLofLtheLpolyTethyleneLoxideUYpolyTacrylicLacidULdoubleLnetworkL
hydrogelLfromLmolecularLdynamicLsimulationsZLJournalhofhPhysicalhChemistryhBXL2007XLaaaXLagbiYcg 3.4 121

144 ¯ultiYparadigmLmultiYscaleLsimulationsLforLfuelLcellLcatalystsLandLmembranesZLMolecularhSimulationXL
2006XLcbXLbeaYbfh 2 105

143 −heL₆ourceLofLxelicityLinLPerfluorinatedLNYqlkanesZLMacromoleculesXL2003XLcfXLeccaYecda 5.5 97

142 ₆tructuresLandLpropertiesLofLNewtonLblackLfilmsLcharacterizedLusingLmolecularLdynamicsL
simulationsZLJournalhofhPhysicalhChemistryhBXL2006XLaa]XLgiibYh]]a 3.4 91

141 ¯olecularLdynamicsLsimulationLofLamphiphilicLbistableL[b]rotaxaneLlangmuirLmonolayersLatLtheL
air[waterLinterfaceZLJournalhofhthehAmericanhChemicalhSocietyXL2005XLabgXLadh]dYaf 16.4 90

140 qromaticLyonomersLwithLxighlyLqcidicL₆ulfonateLwroupsjLqcidityXLxydrationXLandLProtonL
sonductivityZLMacromoleculesXL2011XLddXLhdehYhdfi 5.5 83

139 ₀eaxvvLreactiveLforceLfieldLforLsolidLoxideLfuelLcellLsystemsLwithLapplicationLtoLoxygenLionLtransportL
inLyttriaYstabilizedLzirconiaZLJournalhofhPhysicalhChemistryhAXL2008XLaabXLcaccYd] 2.8 77

138 virstYprinciplesLstudyLofLtheLswitchingLmechanismLofL[b]catenaneLmolecularLelectronicLdevicesZL
PhysicalhReviewhLettersXL2005XLidXLaefh]a 7.4 67

137 tensityLfunctionalLtheoryLstudiesLofLtheL[b]rotaxaneLcomponentLofLtheL₆toddartYheathLmolecularL
switchZLJournalhofhthehAmericanhChemicalhSocietyXL2004XLabfXLabfcfYde 16.4 66
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136 xighYtensityL ithiumYyonLunergyL₆torageLβtilizingLtheL₆urfaceL₀edoxL₀eactionsLinLvoldedLwrapheneL
vilmsZLChemistryhofhMaterialsXL2015XLbgXLcbiaYcbih 9.6 64

135 ¯olecularLdynamicsLsimulationLstudyLofLPLTVPYcoYxu¯qULhydrogelsjLeffectLofLwaterLcontentLonL
equilibriumLstructuresLandLmechanicalLpropertiesZLBiomaterialsXL2009XLc]XLfac]Yda 15.6 61

134 ¯agnetismLinLdopantYfreeLZnéLnanoplatesZLNanohLettersXL2012XLabXLegfYha 11.5 59

133 ¯olecularLtynamicsL₆imulationL₆tudyLofLaLPolysulfoneYrasedLqnionLuxchangeL¯embraneLinL
somparisonLwithLtheLProtonLuxchangeL¯embraneZLJournalhofhPhysicalhChemistryhCXL2014XLaahXLabeggYabehg3.8 58

132 qdsorptionLofL˛†YdYglucoseLandLcellobioseLonLkaoliniteLsurfacesjLtensityLfunctionalLtheoryLTtv−UL
approachZLAppliedhClayhScienceXL2013XLgaXLgcYha 5.2 58

131 PolymerLelectrolyteLmembranesLbasedLonLpolyTaryleneLetherLsulfoneULwithLpendantL
perfluorosulfonicLacidZLPolymerhChemistryXL2013XLdXLbgbYbha 4.9 56

130 NanophaseLsegregationLandLwaterLdynamicsLinLtheLdendrionLdiblockLcopolymerLformedLfromLtheL
vrˆ'chetLpolyarylLetherealLdendrimerLandLlinearLP−vuZLJournalhofhPhysicalhChemistryhBXL2005XLa]iXLa]aedYfg3.4 55

129 NérganicLaquaLregiaNYYpowerfulLliquidsLforLdissolvingLnobleLmetalsZLAngewandtehChemiehwh
InternationalhEditionXL2010XLdiXLgibiYcb 16.4 53

128 qpplicationLofLtv−YbasedLmachineLlearningLforLdevelopingLmolecularLelectrodeLmaterialsLinL iYionL
batteriesZZLRSChAdvancesXL2018XLhXLcidadYcidb] 3.7 49

127 WaterLdistributionLinLdentinLmatricesjLboundLvsZLunboundLwaterZLDentalhMaterialsXL2015XLcaXLb]eYaf 5.7 48

126
₆tructuresLandL−ransportLPropertiesLofLxydratedLWaterY₆olubleLtendrimerYwraftedLPolymerL
¯embranesLforLqpplicationLtoLPolymerLulectrolyteL¯embraneLvuelLsellsjLLslassicalL¯olecularL
tynamicsLqpproachZLJournalhofhPhysicalhChemistryhCXL2007XLaaaXLbgeiYbgfi

3.8 47

125 uffectLofL₆uperacidicL₆ideLshainL₆tructuresLonLxighLsonductivityLqromaticLPolymerLvuelLsellL
¯embranesZLMacromoleculesXL2015XLdhXLgaagYgabf 5.5 45

124 −heLimportanceLofLsizeYexclusionLcharacteristicsLofLtypeLyLcollagenLinLbondingLtoLdentinLmatricesZL
ActahBiomaterialiaXL2013XLiXLiebbYh 10.8 45

123 virstYprinciplesLstudyLofL iLadsorptionLinLaLcarbonLnanotubeYfullereneLhybridLsystemZLCarbonXL2011XL
diXLbhfYbic 10.4 45

122
qLmolecularLdynamicsLsimulationLstudyLofLhydratedLsulfonatedLpolyTetherLetherLketoneULforL
applicationLtoLpolymerLelectrolyteLmembraneLfuelLcellsjLuffectLofLwaterLcontentZLJournalhofh
RenewablehandhSustainablehEnergyXL2009XLaXL]cca]a

2.5 45

121 ynterfacialLreactionsLofLozoneLwithLsurfactantLproteinLrLinLaLmodelLlungLsurfactantLsystemZLJournalh
ofhthehAmericanhChemicalhSocietyXL2010XLacbXLbbedYfc 16.4 44

120 ¯onteLsarloLsimulationLofLtheLorderâ��disorderLtransitionLofLaLsymmetricLcyclicLdiblockLcopolymerL
systemZLJournalhofhChemicalhPhysicsXL1999XLaaaXLagabYagb] 3.9 44

119 ¯olecularLdynamicsLsimulationLstudyLonLaLmonolayerLofLhalfL[b]rotaxaneLselfYassembledLonL
quTaaaUZLJournalhofhthehAmericanhChemicalhSocietyXL2005XLabgXLdieiYfd 16.4 43
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118 sytoprotectiveL₆elfYassembledL₀wtLPeptideLNanofilmsLforL₆urfaceL¯odificationLofLViableL
¯esenchymalL₆temLsellsZLChemistryhofhMaterialsXL2017XLbiXLb]eeYb]fe 9.6 41

117
sonformationsLandLchargeLtransportLcharacteristicsLofLbiphenyldithiolLselfYassembledYmonolayerL
molecularLelectronicLdevicesjLaLmultiscaleLcomputationalLstudyZLJournalhofhChemicalhPhysicsXL2005XL
abbXLbddg]c

3.9 41

116 uffectLofLmonomericLsequenceLonLnanostructureLandLwaterLdynamicsLinLNafionLaagZLSolidhStateh
IonicsXL2004XLageXLh]eYh]h 3.3 40

115 ₆tructureL₆olutionLfromLPowderLtiffractionLofLsopperLaXdYrenzenedicarboxylateZLEuropeanhJournalh
ofhInorganichChemistryXL2014XLb]adXLbad]Ybade 2.3 38

114 vreeLenergyLbarrierLforLmolecularLmotionsLinLbistableL[b]rotaxaneLmolecularLelectronicLdevicesZL
JournalhofhPhysicalhChemistryhAXL2009XLaacXLbacfYdc 2.8 38

113 uffectLofLcyclicLchainLarchitectureLonLpropertiesLofLdiluteLsolutionsLofLpolyethyleneLfromLmolecularL
dynamicsLsimulationsZLJournalhofhChemicalhPhysicsXL2003XLaaiXLahdcYahed 3.9 38

112 ¯olecularLtynamicsL₆imulationsLofLqldolLsondensationLsatalyzedLbyLqlkylamineYvunctionalizedL
srystallineL₆ilicaL₆urfacesZLJournalhofhthehAmericanhChemicalhSocietyXL2016XLachXLgffdYgb 16.4 34

111 ynteractionLofLsâ��â��LwithLwaterjLfirstYprinciplesLmodelingLandLenvironmentalLimplicationsZL
EnvironmentalhSciencehoamp;hTechnologyXL2015XLdiXLaebiYcf 10.3 33

110 ₆ystematicL¯olecularLtesignLofL–etoneLterivativesLofLqromaticL¯oleculesLforL ithiumYyonL
ratteriesjLvirstYPrinciplesLtv−L¯odelingZLChemSusChemXL2017XLa]XLaehdYaeia 8.3 32

109 uffectLofLZnéLnanoparticlesLmorphologyLonLβVLblockingLofLpolyTvinylLalcoholU[ZnéLcompositeL
nanofibersZLMaterialshLettersXL2015XLadgXLb]Ybd 3.3 31

108 PreparationLofLpolyTethyleneLterephthalateYcoYisophthalateULbyLesterLinterchangeLreactionLinLtheL
Pu−[PuyLblendLsystemZLJournalhofhPolymerhSciencevhParthB:hPolymerhPhysicsXL1997XLceXLc]iYcae 2.6 31

107
−hermodynamicLandLredoxLpropertiesLofLgrapheneLoxidesLforLlithiumYionLbatteryLapplicationsjLaL
firstLprinciplesLdensityLfunctionalLtheoryLmodelingLapproachZLPhysicalhChemistryhChemicalhPhysicsXL
2016XLahXLb]f]]Yf

3.6 30

106
qnalysisLofLtheLmechanicalLbehaviorLofLpolyTtrimethyleneLterephthalateULinLanLamorphousLstateL
underLuniaxialLextensionâ��compressionLconditionLthroughLatomisticLmodelingZLJournalhofhChemicalh
PhysicsXL1999XLaa]XLgebdYgecb

3.9 29

105 ₀oleLofLanionsLonLelectrochemicalLexfoliationLofLgraphiteLintoLgrapheneLinLaqueousLacidsZLCarbonXL
2020XLafgXLhafYhbe 10.4 27

104 teswellingL¯echanismsLofL₆urfaceYwraftedLPolyTNyPqqmULrrushjL¯olecularLtynamicsL₆imulationL
qpproachZLJournalhofhPhysicalhChemistryhCXL2012XLaafXLaeigdYaeihe 3.8 27

103 ₆tabilityLofLwaterYstableLsf]LclustersLtoLéxLradicalLoxidationLandLhydratedLelectronLreductionZL
EnvironmentalhSciencehoamp;hTechnologyXL2010XLddXLcghfYib 10.3 27

102 uffectLofLmonomericLsequenceLonLmechanicalLpropertiesLofLPTVPYcoYxu¯qULhydrogelsLatLlowL
hydrationZLJournalhofhPhysicalhChemistryhBXL2009XLaacXLff]dYab 3.4 27

101 ¯echanicalLandL−ransportLPropertiesLofLtheLPolyTethyleneLoxideUâ��PolyTacrylicLacidULtoubleL
NetworkLxydrogelLfromL¯olecularLtynamicL₆imulationsZLJournalhofhPhysicalhChemistryhBXL2007XLaaaXLaddd]Yaddd]3.4 27
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100 ulectrochemicalLandLelectronicLpropertiesLofLnitrogenLdopedLfullereneLandLitsLderivativesLforL
lithiumYionLbatteryLapplicationsZLJournalhofhEnergyhChemistryXL2018XLbgXLebhYecd 12 27

99
ymportanceLofLuxsolutionLinL−ransitionY¯etalLTsoXL₀hXLandLyrUYtopedL asrécLPerovskiteLsatalystsL
forLroostingLtryL₀eformingLofLsxdLβsingLsébLforLxydrogenLProductionZLIndustrialhoamp;h
EngineeringhChemistryhResearchXL2019XLehXLfcheYfcic

3.9 26

98
syclingLperformanceLofLlithiumYionLpolymerLcellsLassembledLwithLaLcrossYlinkedLcompositeLpolymerL
electrolyteLusingLaLfibrousLpolyacrylonitrileLmembraneLandLvinylYfunctionalizedL₆iébLnanoparticlesZL
JournalhofhMaterialshChemistryhAXL2015XLcXLabafcYabag]

13 26

97 qdsorptionLofLcarboxylateLonLcalciumLcarbonateLTa]La´flLdULsurfacejL¯olecularLsimulationLapproachZL
ColloidshandhSurfaceshA:hPhysicochemicalhandhEngineeringhAspectsXL2015XLdgdXLiYag 5.1 26

96
¯olecularLdynamicsLsimulationLstudyLofLsodiumLdodecylLsulfateLmicellejLWaterLpenetrationLandL
sodiumLdodecylLsulfateLdissociationZLColloidshandhSurfaceshA:hPhysicochemicalhandhEngineeringh
AspectsXL2015XLdgdXLcfYdc

5.1 26

95 qLfirstYprinciplesLstudyLofLlithiumLadsorptionLonLaLgrapheneYfullereneLnanohybridLsystemZL
ChemPhysChemXL2015XLafXLghiYie 3.2 26

94 ¯echanismLofL iLadsorptionLonLcarbonLnanotubeYfullereneLhybridLsystemjLaLfirstYprinciplesLstudyZL
ACShAppliedhMaterialshoamp;hInterfacesXL2011XLcXLaahfYid 9.5 26

93 ynnovativeLcathodeLflowYfieldLdesignLforLpassiveLairYcooledLpolymerLelectrolyteLmembraneLTPu¯UL
fuelLcellLstacksZLInternationalhJournalhofhHydrogenhEnergyXL2020XLdeXLaag]dYaagac 6.7 26

92 qLdensityLfunctionalLtheoryLTtv−ULstudyLofLsébLadsorptionLonL¯gYrichLmineralsLbyLenhancedLchargeL
distributionZLComputationalhMaterialshScienceXL2014XLieXLahaYahf 3.2 25

91 ynteractionsLofLPtLnanoparticlesLwithLmolecularLcomponentsLinLpolymerLelectrolyteLmembraneLfuelL
cellsjLmultiYscaleLmodelingLapproachZLRSChAdvancesXL2016XLfXLfifg]Yfifgf 3.7 24

90 ulectrochemicalLPropertiesLofLroronYtopedLvullereneLterivativesLforL ithiumYyonLratteryL
qpplicationsZLChemPhysChemXL2018XLaiXLgecYgeh 3.2 24

89
uffectLofLtemperatureLonLstructureLandLwaterLtransportLofLhydratedLsulfonatedLpolyTetherLetherL
ketoneUjLqLmolecularLdynamicsLsimulationLapproachZLJournalhofhRenewablehandhSustainablehEnergyXL
2011XLcXL]dcaaa

2.5 23

88  iLadsorptionLonLaLgrapheneâ��fullereneLnanobudLsystemjLdensityLfunctionalLtheoryLapproachZLRSCh
AdvancesXL2015XLeXLcbhaiYcbhbe 3.7 22

87
NegativeLtifferentialL₀esistanceLofLéligoTPhenyleneLuthynyleneUL₆elfYqssembledL¯onolayerL
₆ystemsjL−heLulectricYvieldYynducedLsonformationalLshangeL¯echanismZLJournalhofhPhysicalh
ChemistryhCXL2011XLaaeXLcgbbYcgc]

3.8 21

86 tistributionLandLtiffusionLofLWaterLinL¯odelLupoxyL¯oldingLsompoundjL¯olecularLtynamicsL
₆imulationLqpproachZLIEEEhTransactionshonhAdvancedhPackagingXL2010XLccXLcccYcci 20

85 ynvestigationLofLethanolLinfiltrationLintoLdemineralizedLdentinLcollagenLfibrilsLusingLmolecularL
dynamicsLsimulationsZLActahBiomaterialiaXL2016XLcfXLageYhe 10.8 17

84 sontrollingLtheLphysicochemicalLstateLofLcarbonLonLgrapheneLusingLfocusedLelectronYbeamYinducedL
depositionZLACShNanoXL2014XLhXLfh]eYac 16.7 17

83 βnveiledLcorrelationsLbetweenLelectronLaffinityLandLsolvationLinLredoxLpotentialLofLquinoneYbasedL
sodiumYionLbatteriesZLEnergyhStoragehMaterialsXL2019XLaiXLbdbYbe] 19.4 17
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82  iLadsorptionLonLaLvullereneâ��₆ingleLwallLcarbonLnanotubeLhybridLsystemjLtensityLfunctionalLtheoryL
approachZLCurrenthAppliedhPhysicsXL2014XLadXLagdhYaged 2.6 16

81 qLhydrogenLstorageLnanotankjLlithiumYorganicLpillaredLgraphiteZLChemicalhCommunicationsXL2009XLedbgYi5.8 16

80 uffectsLofLusterLynterchangeL₀eactionsLonLtheLPhaseLrehaviorLofLanLymmiscibleLPolyesterLrlendj´ L
¯onteLsarloL₆imulationZLMacromoleculesXL1999XLcbXLafgiYafhe 5.5 16

79  eadYfreeLhalideLdoubleLperovskitesjL−owardLstableLandLsustainableLoptoelectronicLdevicesZL
MaterialshTodayXL2021XL 21.8 16

78 ériginLandLsontrolLofLPolyacrylonitrileLqlignmentsLonLsarbonLNanotubesLandLwrapheneL
NanoribbonsZLAdvancedhFunctionalhMaterialsXL2018XLbhXLag]fig] 15.6 15

77 tensityLvunctionalL−heoryLYL¯achineL earningLqpproachLtoLqnalyzeLtheLrandgapLofLulementalL
xalideLPerovskitesLandL₀uddlesdenYPopperLPhasesZLChemPhysChemXL2018XLaiXLbeeiYbefe 3.2 15

76
roronYdopedLcoronenesLwithLhighLredoxLpotentialLforLorganicLpositiveLelectrodesLinLlithiumYionL
batteriesjLaLfirstYprinciplesLdensityLfunctionalLtheoryLmodelingLstudyZLJournalhofhMaterialshChemistryh
AXL2018XLfXLa]aaaYa]ab]

13 14

75 PorousL₆trainedLPtLNanostructuredL−hinYvilmLulectrocatalystsLviaLtealloyingLforLPu¯LvuelLsellsZL
AdvancedhMaterialshInterfacesXL2020XLgXLai]acbf 4.6 14

74
tensityLvunctionalL−heoryL¯odelingYqssistedLynvestigationLofL−hermodynamicsLandL₀edoxL
PropertiesLofLroronYtopedLsorannulenesLforLsathodesLinL ithiumYyonLratteriesZLJournalhofhPhysicalh
ChemistryhCXL2018XLabbXLa]fgeYa]fha

3.8 13

73 sontiguousLandLqtomicallyL−hinLPtLvilmLwithL₆upraYrulkLrehaviorL−hroughLwrapheneYymposedL
upitaxyZLAdvancedhFunctionalhMaterialsXL2019XLbiXLai]bbgd 15.6 13

72 ¯onteLcarloLsimulationLofLcopolymerizationLbyLesterLinterchangeLreactionLinLmiscibleLpolyesterL
blendsZLJournalhofhPolymerhSciencevhParthB:hPolymerhPhysicsXL1998XLcfXLafcgYafde 2.6 13

71 unhancedL ithiumL₆torageLofLanLérganicLsathodeLviaLtheLripolarL¯echanismZLACShAppliedhEnergyh
MaterialsXL2020XLcXLcgbhYcgce 6.1 12

70 tetectingLtheLfunctionalLcomplexitiesLbetweenLhighYdensityLlipoproteinLmimeticsZLBiomaterialsXL
2018XLag]XLehYfi 15.6 12

69 ynvestigationLofLtheLeffectLofLerythrosineLrLonLamyloidLbetaLpeptideLusingLmolecularLmodelingZL
JournalhofhMolecularhModelingXL2016XLbbXLib 2 12

68 vunctionalizedLfullerenesLinLwaterjLaLcloserLlookZLEnvironmentalhSciencehoamp;hTechnologyXL2015XLdiXLbadgYee10.3 12

67 ynfluenceLofL₆WN−sLonLtheLPreferentialLqlignmentLofL¯olecularL¯oietiesLinLPVqLvibersZL
MacromolecularhChemistryhandhPhysicsXL2012XLbacXLfagYfbf 2.6 12

66 qnalysisLofLtheLmechanicalLbehaviorLofLamorphousLatacticLpolyToxypropyleneULbyLatomisticL
modelingZLMacromolecularhTheoryhandhSimulationsXL1999XLhXLaYi 1.5 12

65 ParametricLstudyLofLpassiveLairYcooledLpolymerLelectrolyteLmembraneLfuelLcellLstacksZLInternationalh
JournalhofhHeathandhMasshTransferXL2020XLaefXLaaihhf 4.9 11
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64 qctivatingLNynvisibleNLwluejLβsingLulectronLreamLforLunhancementLofLynterfacialLPropertiesLofL
wrapheneY¯etalLsontactZLACShNanoXL2016XLa]XLa]dbYi 16.7 11

63 uffectLofLsolventLonLelectricalLconductivityLandLgasLsensitivityLofLPuté−jLP₆₆LpolymerLcompositeL
filmsZLJournalhofhAppliedhPolymerhScienceXL2015XLacbXLn[aYn[a 2.9 11

62 −hermodynamicL₆tabilityLofLZimmermanL₆elfYqssembledLtendriticL₆upramoleculesLfromLqtomisticL
¯olecularLtynamicsL₆imulationsZLJournalhofhPhysicalhChemistryhBXL2004XLa]hXLa]]daYa]]eb 3.4 11

61 NanostructuresLofLNafionLvilmLatLPlatinum[sarbonL₆urfaceLinLsatalystL ayerLofLPu¯vsjL¯olecularL
tynamicsL₆imulationLqpproachZLJournalhofhPhysicalhChemistryhCXL2020XLabdXLbachfYbacie 3.8 11

60 ynvestigationsLofLtheLbandLstructuresLofLedgeYdefectLzigzagLgrapheneLnanoribbonsLusingLdensityL
functionalLtheoryZLRSChAdvancesXL2016XLfXLciehgYcieid 3.7 11

59 tynamicLmodulationLofLelectronicLpropertiesLofLgrapheneLbyLlocalizedLcarbonLdopingLusingLfocusedL
electronLbeamLinducedLdepositionZLNanoscaleXL2015XLgXLadidfYeb 7.7 10

58 −heLeffectsLofLethanolLonLtheLsizeYexclusionLcharacteristicsLofLtypeLyLdentinLcollagenLtoLadhesiveL
resinLmonomersZLActahBiomaterialiaXL2016XLccXLbceYda 10.8 10

57  ocalizedLconductiveLpatterningLviaLfocusedLelectronLbeamLreductionLofLgrapheneLoxideZLAppliedh
PhysicshLettersXL2015XLa]fXLacca]i 3.4 10

56
uffectLofLmonomericLsequenceLonLtransportLpropertiesLofLdYglucoseLandLascorbicLacidLinL
polyTVPYcoYxu¯qULhydrogelsLwithLvariousLwaterLcontentsjLmolecularLdynamicsLsimulationL
approachZLTheoreticalhChemistryhAccountsXL2012XLacaXLa

1.9 10

55 shargeLtransportLthroughLpolyeneLselfYassembledLmonolayersLfromLmultiscaleLcomputerL
simulationsZLJournalhofhPhysicalhChemistryhBXL2008XLaabXLadhhhYig 3.4 10

54 éffYlatticeL¯onteLsarloLsimulationLofLhyperbranchedLpolymersXLaLPolycondensationLofLqrbLtypeL
monomersZLMacromolecularhTheoryhandhSimulationsXL2000XLiXLahhYaie 1.5 10

53 PhaseLtransformationLofLpolyTtrimethyleneLterephthalateULinLcrystallineLstatejLqnLatomisticL
modelingLapproachZLFibershandhPolymersXL2000XLaXLahYbd 2 10

52
uffectLofLtheL₆ideYshainL engthLinLPerfluorinatedL₆ulfonicLandLPhosphoricLqcidYrasedL¯embranesL
onLNanophaseL₆egregationLandL−ransportjLqL¯olecularLtynamicsL₆imulationLqpproachZLJournalhofh
PhysicalhChemistryhBXL2020XLabdXLaegaYaeh]

3.4 9

51 ¯olecularL¯odelingLqpproachLtoLtetermineLtheLvloryYxugginsLynteractionLParameterLforLPolymerL
¯iscibilityLqnalysisZLChemPhysChemXL2018XLaiXLafeeYaffd 3.2 9

50
unhancedL₆electivityLforLséLqdsorptionLonL¯esoporousL₆ilicaLwithLqlkaliL¯etalLxalideLtueLtoL
ulectrostaticLvieldjLqL¯olecularL₆imulationLqpproachZLACShAppliedhMaterialshoamp;hInterfacesXL2017XL
iXLcafhcYcafi]

9.5 9

49 qnalyzingLoxygenLtransportLresistanceLandLPtLparticleLgrowthLeffectLinLtheLcathodeLcatalystLlayerLofL
polymerLelectrolyteLfuelLcellsZLInternationalhJournalhofhHydrogenhEnergyXL2020XLdeXLacdadYacdbg 6.7 9

48
sharacterizationLofLmolecularLassociationLofLpolyTbYoxazolineUsYbasedLmicellesLwithLvariousL
epoxidesLandLdiolsLviaLtheLvloryYxugginsLtheoryjLaLmolecularLdynamicsLsimulationLapproachZL
PhysicalhChemistryhChemicalhPhysicsXL2015XLagXLbiafaYg]

3.6 8

47 randgapLbowingLinL−aYWYéLsystemLforLefficientLsolarLenergyLconversionjLynsightsLfromLdensityL
functionalLtheoryLandLXYrayLdiffractionZLAppliedhPhysicshLettersXL2013XLa]cXLacci]e 3.4 8
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46 PossibleLperformanceLimprovementLinL[b]catenaneLmolecularLelectronicLswitchesZLAppliedhPhysicsh
LettersXL2006XLhhXLafcaab 3.4 8

45 ₆pectralLynstabilityLofL ayeredL¯ixedLxalideLPerovskitesL₀esultsLfromLqnionLPhaseL₀edistributionL
andL₆electiveLxoleLynjectionZLACShNanoXL2021XLaeXLadhfYadif 16.7 8

44 −owardLenhancedLsébLadsorptionLonLbimodalLcalciumYbasedLmaterialsLwithLporousLtruncatedL
architecturesZLAppliedhSurfacehScienceXL2020XLe]eXLaddeab 6.7 8

43 ¯olecularLstructureâ��redoxLpotentialLrelationshipLforLorganicLelectrodeLmaterialsjLdensityL
functionalLtheoryâ��¯achineLlearningLapproachZLMaterialshTodayhEnergyXL2020XLagXLa]]dhb 7 8

42 ¯etalYfoamYbasedLcathodeLflowYfieldLdesignLtoLimproveLxbéLretentionLcapabilityLofLpassiveLairL
cooledLpolymerLelectrolyteLfuelLcellsZLInternationalhJournalhofhThermalhSciencesXL2021XLafaXLa]fg]b 4.1 8

41 tissipativeLparticleLdynamicsLsimulationLstudyLofLpolyTbYoxazolineUYbasedLmulticompartmentL
micelleLnanoreactorZLPhysicalhChemistryhChemicalhPhysicsXL2016XLahXLfbhdYi] 3.6 7

40
uffectLofL−emperatureLonLWaterL¯oleculesLinLaL¯odelLupoxyL¯oldingLsompoundjL¯olecularL
tynamicsL₆imulationLqpproachZLIEEEhTransactionshonhComponentsvhPackaginghandhManufacturingh
TechnologyXL2011XLaXLaeccYaedb

1.7 7

39 ₆odiumLtiffusionLthroughLqluminumYtopedLZeoliteLruqL₆ystemjLuffectLofLWaterL₆olvationZLJournalh
ofhPhysicalhChemistryhCXL2009XLaacXLhaiYhbf 3.8 7

38 uffectLofLβniaxialLteformationLonL₆tructureLandL−ransportLinLxydratedLNafionLaagjL¯olecularL
tynamicsL₆imulationL₆tudyZLMaterialshPerformancehandhCharacterizationXL2015XLdXLb]ae]]ah 0.5 7

37 ₆pongeLrehaviorsLofLvunctionalizedLvewYWalledLsarbonLNanotubesZLJournalhofhPhysicalhChemistryhCXL
2010XLaadXLadhfhYadhge 3.8 6

36 seébTaaaUL₆urfaceLwithLéxygenLVacancyLforL₀adicalL₆cavengingjLqLtensityLvunctionalL−heoryL
qpproachZLJournalhofhPhysicalhChemistryhCXL2020XLabdXLb]ie]Yb]iei 3.8 6

35 ¯olecularL₆imulationL₆tudyLonLvactorsLqffectingLsarbonLtioxideLqdsorptionLonLqmorphousL₆ilicaL
₆urfacesZLJournalhofhPhysicalhChemistryhCXL2020XLabdXLabeh]Yabehh 3.8 5

34 qLmechanisticLstudyLofLtheLinteractionLofLwaterYsolubleLborateLglassLwithLapatiteYboundL
heterocyclicLnitrogenYcontainingLbisphosphonatesZLActahBiomaterialiaXL2016XLcaXLcciYcdg 10.8 5

33 YieldingLandLplasticLbehaviourLofLamorphousLatacticLpolyToxypropyleneULunderLuniaxialL
compressionjLanLatomisticLmodelingLapproachZLPolymerXL1999XLd]XLiaiYibe 3.9 5

32
xomogenizationLprocessLcausedLbyLcompetitionLbetweenLphaseLseparationLandLesterYinterchangeL
reactionsLinLimmiscibleLpolyesterLblendsjLqL¯onteLsarloLsimulationZLJournalhofhPolymerhSciencevhParth
B:hPolymerhPhysicsXL2000XLchXLei]Yeih

2.6 4

31 ₆tructuralL−unabilityLofL¯ulticompartmentL¯icellesLasLaLvunctionLofL ipophilicYvluorophilicLrlockL
 engthL₀atioZLJournalhofhPhysicalhChemistryhBXL2018XLabbXLabafdYabagb 3.4 4

30 uffectLofLrlockL engthLandL₆ideLshainL engthL₀atiosLonLteterminingLaL¯ulticompartmentL¯icelleL
₆tructureZLJournalhofhPhysicalhChemistryhBXL2019XLabcXLdghdYdgia 3.4 3

29
ulectronY−ransportLsharacteristicsLthroughLqluminumLéxideLTa]]ULandLT]abULinLaL
¯etalYynsulatorY¯etalLzunctionL₆ystemjLtensityLvunctionalL−heoryYNonequilibriumLwreenLvunctionL
qpproachZLACShOmegaXL2020XLeXLagagYagbd

3.9 3
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28 ₆ynthesisLofLtemporarilyLsolubilisedLazoLdisperseLdyesLcontainingLaL˛†YsulphatoethylsulphonylLgroupL
andLdispersantYfreeLdyeingLofLpolyethyleneLterephthalateLfabricZLColorationhTechnologyXL2016XLacbXLcfhYcge2 3

27 ₆tructuralLandLulectronicLPropertiesLofL₆ulfuricLqcidYtopedL₆ingleYWalledLsarbonLNanotubeZL
JournalhofhComputationalhandhTheoreticalhNanoscienceXL2010XLgXLbcbYbcf 0.3 3

26
tistributionLcharacteristicsLofLphosphoricLacidLandLP−vuLbinderLonLPt[sLsurfacesLinL
highYtemperatureLpolymerLelectrolyteLmembraneLfuelLcellsjL¯olecularLdynamicsLsimulationL
approachZLInternationalhJournalhofhHydrogenhEnergyXL2021XLdfXLagbieYagc]e

6.7 3

25 sreationLofLdiscreteLactiveLsiteLdomainsLviaLmesoporousLsilicaLpolyTstyreneULcompositeLmaterialsLforL
incompatibleLacidâ��baseLcascadeLreactionsZLCatalysishSciencehandhTechnologyXL2021XLaaXLacaaYacbb 5.5 3

24 wroupLVibrationalL¯odeLqssignmentsLasLaLrroadlyLqpplicableL−oolLforLsharacterizingLyonomerL
¯embraneL₆tructureLasLaLvunctionLofLtegreeLofLxydrationZLChemistryhofhMaterialsXL2020XLcbXLahbhYahdc 9.6 2

23 ¯olecularLdynamicsLsimulationLstudyLonLtheLstructuralLpropertiesLofLpolyLTethyleneLterephthalateUL
underLuniaxialLextensionLandLthermalLshrinkageLprocessesZLCurrenthAppliedhPhysicsXL2018XLahXLaiYbf 2.6 2

22
rlendsLofLpolyTcYalkylthiopheneULandL[fXf]YphenylYsfaYbutyricLacidLmethylLesterLforLorganicL
photovoltaicLcellLapplicationsjL¯ultiYscaleLmodelingLapproachZLComputationalhMaterialshScienceXL
2017XLabfXLbiiYc]g

3.2 2

21 sovalentLorganicLframeworksjLtesignLandLapplicationsLinLelectrochemicalLenergyLstorageLdevicesZL
Informa˜�nˆ›hMateriˆ¡lyX 23.1 2

20 qctivityYstabilityLbenefitsLofLPt[sLfuelLcellLelectrocatalystsLpreparedLviaLremoteLseébLinterfacialL
dopingZLJournalhofhPowerhSourcesXL2021XLdifXLbbigih 8.9 2

19 tistributionLandL−ransportLofLséLinLxydratedLxyperbranchedLPolyTethylenimineUL¯embranesjLqL
¯olecularLtynamicsL₆imulationLqpproachZLACShOmegaXL2021XLfXLcci]Yccih 3.9 2

18 tissipativeLparticleLdynamicsLsimulationLofLmulticompartmentLmicelleLnanoreactorLwithLchannelLforL
reactantsZZLRSChAdvancesXL2018XLhXLcghffYcghga 3.7 2

17 ₆ingleY₆tepLvabricationLofLPolymericLsompositeL¯embraneLviaLsentrifugalLsolloidalLsastingLforL
vuelLsellLqpplicationsZZLSmallhMethodsXL2021XLeXLeba]]bhe 12.8 2

16 ymprovingLWaterL¯anagementLandLPerformanceLofLanLqirYsooledLvuelLsellL₆ystemLβsingL
PressurizedLqirLforLqviationLqpplicationsZLJournalhofhthehElectrochemicalhSocietyXL2021XLafhXL]hde]c 3.9 2

15 tensityLvunctionalL−heoryL₆tudyLofLéxygenL₀eductionLonLwrapheneLandLPlatinumL₆urfacesLofL
Ptâ��wrapheneLxybridsZLACShAppliedhNanohMaterialsXL2021XLdXLa]fgYa]ge 5.6 2

14 ₆tructureLandLhydrophilicityLofLazoYdyeYderivedLrotaxanejLdensityLfunctionalLtheoryLapproachZL
ColorationhTechnologyXL2017XLaccXLchbYci] 2 1

13
uffectsLofLthermalLshrinkageLtemperaturesLandLcomonomersLonLthermalLshrinkageLofL
uniaxiallyYstretchedLPu−LcopolymerLfilmsjLaLmolecularLdynamicsLsimulationLapproachZLNewhJournalh
ofhChemistryXL2018XLdbXLdiiaYdiig

3.6 1

12 sarbonLvibersjLériginLandLsontrolLofLPolyacrylonitrileLqlignmentsLonLsarbonLNanotubesLandL
wrapheneLNanoribbonsLTqdvZLvunctZL¯aterZLae[b]ahUZLAdvancedhFunctionalhMaterialsXL2018XLbhXLahg]]ii 15.6 1

11 tispersantYfreeLdyeingLofLpolyTlacticLacidULfabricLwithLtemporarilyLsolubilisedLdisperseLdyesLfromL
azopyridoneLderivativesZLColorationhTechnologyXL2016XLacbXLcfaYcfg 2 1
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10 ¯ultiY₆caleLvirstYPrinciplesL¯odelingLofL−hreeYPhaseL₆ystemLofLPolymerLulectrolyteL¯embraneLvuelL
sellZLECShTransactionsXL2013XLe]XLaeeYaf] 1 1

9 βnveiledLsorrelationsLbetweenLulectronLqffinityLandL₆olvationLinL₀edoxLPotentialLofL
QuinoneYrasedL₆odiumYyonLratteriesZLSSRNhElectronichJournalX 1 1

8 −ailoredLtesignLofLulectrochemicallyLtegradableLqnthraquinoneLvunctionalityLtowardLérganicL
sathodesZLACShAppliedhMaterialshoamp;hInterfacesXL2021XLacXLcegbiYcegch 9.5 1

7 tv−Y¯achineL earningLqpproachLforLqccurateLPredictionLofLpZLJournalhofhPhysicalhChemistryhAXL2021XL
abeXLhgabYhgbb 2.8 1

6 éneYpotLsynthesisLofLlinearLtriblockLterpolymersLandLtheirLaqueousLselfYassemblyZLPolymerh
ChemistryXL2021XLabXLaifgYaigd 4.9 1

5 PorousLcarbonLfibersLfromLgelYspunLpolyacrylonitrileLandLpolyTmethylL
methacrylateUYblockYpolyTacrylonitrileUZLCarbonXL2022XLaibXLccbYcdf 10.4 1

4 ¯ultiYVariateLéptimizationLofLPolymerLulectrolyteL¯embraneLvuelLsellsLinLsonsiderationLofLuffectsL
ofLwt LsompressionLandLyntrusionZLJournalhofhthehElectrochemicalhSocietyXL2022XLafiXL]adeaa 3.9 0

3
seTyyyUYrasedLsoordinationYsomplexYrasedLufficientL₀adicalL₆cavengerLforLuxceptionalLturabilityL
unhancementLofLPolymerLqpplicationLinLProtonYuxchangeL¯embraneLvuelLsellsLandLérganicL
PhotovoltaicsZLAdvancedhEnergyhandhSustainabilityhResearchXbb]]]aa

1.6 0

2 −ailorY¯adeLshargedLsatecholYrasedLPolymericL igandsLtoLruildL₀obustLvuelLsellsLsontainingL
qntioxidativeLNanoparticlesZLAdvancedhElectronichMaterialsXbb]]aga 6.4 0

1 eaZcjLynvitedLPaperjLPerovskiteL ightLumittersLviaLtimensionalLandL₆tructuralLsontrolZLDigesthofh
TechnicalhPapershSIDhInternationalhSymposiumXL2019XLe]XLefhYefh 0.5
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