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257  imulatingGtheGrffectGofG‘onframeworkGpationsGonGtheGndsorptionGofGnlkanesGinGzsvTtypeGüeolitesUG
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 eparationGofGlinearSGmonoTmethylGandGdiTmethylGalkanesGinGtheGbâ��dGcarbonGatomGrangeGbyG
exploitingGconfigurationalGentropyGeffectsGduringGsorptionGonGsilicaliteTXUGPhysicalfChemistryf
ChemicalfPhysicsSG2001SGZSGaZfWTaZfe

3.6 56

213 nG‘ewGUnitedGntomGsorceGsieldGforGndsorptionGofGnlkenesGinGüeolitesUGJournalfoffPhysicalfChemistryf
CSG2008SGXXYSGYafYTYafe 3.8 55

212 teneratingGcarbonGschwarzitesGviaGzeoliteTtemplatingUGProceedingsfoffthefNationalfAcademyfoff
SciencesfoffthefUnitedfStatesfoffAmericaSG2018SGXXbSGreXXcTreXYa 11.5 54

211  hapeGselectivityGthroughGentropyUGJournalfoffCatalysisSG2003SGYXaSGeeTff 7.3 54

210 qistinguishingGzetalT’rganicGsrameworksUGCrystalfGrowthfandfDesignSG2018SGXeSGXdZeTXdad 3.5 53

209
rffectsGofGüeoliteG tructuralGponfinementGonGndsorptionGThermodynamicsGandG–eactionGxineticsG
forGzonomolecularGprackingGandGqehydrogenationGofGnToutaneUGJournalfoffthefAmericanfChemicalf
SocietySG2016SGXZeSGadZfTbc

16.4 53

208 uighTThroughputGpharacterizationGofG“orousGzaterialsGUsingGtraphicsG“rocessingGUnitsUGJournalfoff
ChemicalfTheoryfandfComputationSG2012SGeSGXceaTfZ 6.4 53

207 ’nGtheGThermodynamicsGofGsrameworkGoreathinggGnGsreeGrnergyGzodelGforGtasGndsorptionGinG
zvyTbZUGJournalfoffPhysicalfChemistryfCSG2013SGXXdSGXXbaWTXXbba 3.8 53

(2013-2012)
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206 rvaluationGofGvariousGwaterGmodelsGforGsimulationGofGadsorptionGinGhydrophobicGzeolitesUGMolecularf
SimulationSG2009SGZbSGXWcdTXWdc 2 52

205
“hotocatalyticGuydrogenGtenerationGfromGaGVisibleTyightT–esponsiveGzetalT’rganicGsrameworkG
 ystemgG tabilityGversusGnctivityGofGzolybdenumG ulfideGpocatalystsUGACSfAppliedfMaterialsfmamp;f
InterfacesSG2018SGXWSGZWWZbTZWWZf

9.5 51

204
ViscositiesGofGtheGmixturesGofGXTethylTZTmethylimidazoliumGchlorideGwithGwaterSGacetonitrileGandG
glucosegGaGmolecularGdynamicsGsimulationGandGexperimentalGstudyUGJournalfoffPhysicalfChemistryfBSG
2010SGXXaSGbdfWTa

3.4 51

203 vnTqepthG tudyGofGtheGvnfluenceGofGuostâ��srameworkGslexibilityGonGtheGqiffusionGofG mallGtasG
zoleculesGinG’neTqimensionalGüeoliticG“oreG ystemsUGJournalfoffPhysicalfChemistryfCSG2007SGXXXSGXdZdWTXdZeX3.8 51

202 UnderstandingGcageGeffectsGinGtheGnTalkaneGconversionGonGzeolitesUGJournalfoffCatalysisSG2006SGYZdSGYdeTYfW7.3 51

201 rffectGofGsurfactantGstructureGonGinterfacialGpropertiesUGEurophysicsfLettersSG2003SGcZSGfWYTfWd 1.6 51

200 VaporTliquidGequilibriaGofGmodelGalkanesUGJournalfoffthefAmericanfChemicalfSocietySG1993SGXXbSGcabaTcabb16.4 51

199 pombinedGqensityGsunctionalGTheoryGandGzonteGparloGnnalysisGofGzonomolecularGprackingGofGyightG
nlkanesG’verGuTü zTbUGJournalfoffPhysicalfChemistryfCSG2012SGXXcSGYZaWeTYZaXd 3.8 50

198 nGmolecularGmechanismGofGhysteresisGinGclayGswellingUGAngewandtefChemieftfInternationalfEditionSG
2004SGaZSGYcbWTY 16.4 50

197 UnderstandingGzeoliteGcatalysisgGinverseGshapeGselectivityGrevisedUGAngewandtefChemieftf
InternationalfEditionSG2002SGaXSGYaffTbWY 16.4 50

196 qifferencesGbetweenGzsvTGandGzryTTypeGüeolitesGinG“araffinGuydrocrackingUGJournalfoffCatalysisSG
2001SGYWZSGYeXTYfX 7.3 50

195 designGandGscreeningGofGhypotheticalGz’sTdaGanalogsGandGtheirGexperimentalGsynthesisUGChemicalf
ScienceSG2016SGdSGcYcZTcYdY 9.4 50

194 ouildingGaGponsistentGandG–eproducibleGqatabaseGforGndsorptionGrvaluationGinGpovalentT’rganicG
srameworksUGACSfCentralfScienceSG2019SGbSGXccZTXcdb 16.8 49

193 yocationGandGponformationGofGnTnlkanesGinGüeolitesgGGnnGnnalysisGofGponfigurationalToiasGzonteG
parloGpalculationsUGThefJournalfoffPhysicalfChemistrySG1996SGXWWSGXdbdZTXdbeX 49

192 “reTtransitionGeffectsGmediateGforcesGofGassemblyGbetweenGtransmembraneGproteinsUGELifeSG2016SGbSGeXZXbW8.9 48

191 “robingGadsorptionGinteractionsGinGmetalTorganicGframeworksGusingGäTrayGspectroscopyUGJournalfoff
thefAmericanfChemicalfSocietySG2013SGXZbSGXeXeZTfW 16.4 47

190 ponfigurationalGrntropyGrffectsGduringG orptionGofGuexaneGvsomersGinG ilicaliteUGJournalfoffCatalysisSG
2001SGYWYSGZfbTaWX 7.3 47

189 phainGyengthGrffectsGofGyinearGnlkanesGinGüeoliteGserrieriteUGXUG orptionGandGXZpG‘z–G
rxperimentsXUGJournalfoffPhysicalfChemistryfBSG1998SGXWYSGZfabTZfbX 3.4 47

BerenduSmit

10



188 pommensurateGsreezingGofGnTnlkanesGinG ilicaliteUGAngewandtefChemiefInternationalfEditionfinf
EnglishSG1995SGZaSGYbaZTYbaa 47

187 sirstTprinciplesGuubbardGUGapproachGforGsmallGmoleculeGbindingGinGmetalTorganicGframeworksUG
JournalfoffChemicalfPhysicsSG2016SGXaaSGXdaXWa 3.9 47

186 zolecularGunderstandingGofGdiffusionGinGconfinementUGPhysicalfReviewfLettersSG2005SGfbSGXcabWb 7.4 46

185 VapourTliquidGequilibriaGforGquadrupolarGyennardTwonesGfluidsUGJournalfoffPhysicsfCondensedfMatterSG
1990SGYSGaYeXTaYee 1.8 46

184 zolecularGdynamicsGsimulationsGofGtheGsurfaceGtensionGofGnThexaneSGnTdecaneGandGnThexadecaneUG
MolecularfPhysicsSG2002SGXWWSGYadXTYadb 1.7 45

183 qiffusionGofGisobutaneGinGsilicaliteGstudiedGbyGtransitionGpathGsamplingUGJournalfoffChemicalfPhysicsSG
2000SGXXZSGedfXTedff 3.9 45

182  imulatingGtheGselfTassemblyGofGmodelGmembranesUGPhysChemCommSG1999SGYSGab 45

181  imulatingGtheGeffectGofGsurfactantGstructureGonGbendingGmoduliGofGmonolayersUGJournalfoffChemicalf
PhysicsSG2004SGXYWSGaefdTfWb 3.9 44

180 vmprovingGtheGzechanicalG tabilityGofGzetalT’rganicGsrameworksGUsingGphemicalGparyatidsUGACSf
CentralfScienceSG2018SGaSGeZYTeZf 16.8 43

179 yithiumTqopedGZqGpovalentG’rganicGsrameworksgGuighTpapacityGuydrogenG torageGzaterialsUG
AngewandtefChemieSG2009SGXYXSGaeYaTaeYd 3.6 43

178 qiffusionGofGchainGmoleculesGandGmixturesGinGcarbonGnanotubesgGtheGeffectGofGhostGlatticeGflexibilityG
andGtheoryGofGdiffusionGinGtheGxnudsenGregimeUGJournalfoffChemicalfPhysicsSG2007SGXYdSGWYafWa 3.9 43

177  imulatingGtheGeffectGofGalcoholGonGtheGstructureGofGaGmembraneUGFEBSfLettersSG2004SGbceSGXbTe 3.8 43

176 p’GinducedGphaseGtransitionsGinGdiamineTappendedGmetalTorganicGframeworksUGChemicalfScienceSG
2015SGcSGbXddTbXeb 9.4 42

175 vnG ilicoGqiscoveryGofGuighGqeliverableGpapacityGzetalâ��’rganicGsrameworksUGJournalfoffPhysicalf
ChemistryfCSG2015SGXXfSGXecTXfb 3.8 42

174 UnexpectedGqiffusionGnnisotropyGofGparbonGqioxideGinGtheGzetalT’rganicGsrameworkGünOdobpdcPUG
JournalfoffthefAmericanfChemicalfSocietySG2018SGXaWSGXccZTXcdZ 16.4 42

173 nnomalousGrffectsGofGVelocityG–escalingGnlgorithmsgGTheGslyingGvceGpubeGrffectG–evisitedUGJournalf
offChemicalfTheoryfandfComputationSG2018SGXaSGbYcYTbYdY 6.4 42

172 ndsorptionGThermodynamicsGandGvntrinsicGnctivationG“arametersGforGzonomolecularGprackingGofG
nTnlkanesGonGorˆ‚nstedGncidG itesGinGüeolitesUGJournalfoffPhysicalfChemistryfCSG2015SGXXfSGXWaYdTXWaZe 3.8 42

171 phainGyengthGrffectsGofGyinearGnlkanesGinGüeoliteGserrieriteUGYUGzolecularG imulationsGXUGJournalfoff
PhysicalfChemistryfBSG1998SGXWYSGZfbYTZfbe 3.4 42

(1998-1995)
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170 “reservingG“orosityGofGzesoporousGzetalT’rganicGsrameworksGthroughGtheGvntroductionGofG
“olymerGtuestsUGJournalfoffthefAmericanfChemicalfSocietySG2019SGXaXSGXYZfdTXYaWb 16.4 40

169 p’YGndsorptionGinGseYOdobdcPgGnGplassicalGsorceGsieldG“arameterizedGfromG”uantumGzechanicalG
palculationsUGJournalfoffPhysicalfChemistryfCSG2014SGXXeSGXYYZWTXYYaW 3.8 40

168 rfficientG“arallelGvmplementationGofGzolecularGqynamicsGonGaGToroidalG‘etworkUG“artGvUG“arallelizingG
 trategyUGJournalfoffComputationalfPhysicsSG1993SGXWcSGXWXTXWd 4.1 39

167  imilarityTdrivenGdiscoveryGofGzeoliteGmaterialsGforGadsorptionTbasedGseparationsUGChemPhysChemSG
2012SGXZSGZbfbTd 3.2 38

166 nlkaneGhydrocrackinggGshapeGselectivityGorGkineticslUGJournalfoffCatalysisSG2004SGYYXSGYaXTYbX 7.3 38

165 uighTthroughputGcomputationalGscreeningGofGnanoporousGadsorbentsGforGp’YGcaptureGfromGnaturalG
gasUGMolecularfSystemsfDesignfandfEngineeringSG2016SGXSGXdbTXee 4.6 37

164 TheGtrandGphallengesGinGparbonGpaptureSGUtilizationSGandG torageUGFrontiersfinfEnergyfResearchSG
2014SGYSG 3.8 37

163 ’nGtheGrffectsGofGtheGrxternalG urfaceGonGtheGrquilibriumGTransportGinGüeoliteGprystalsUGJournalfoff
PhysicalfChemistryfCSG2010SGXXaSGZWWTZXW 3.8 37

162 zolecularGsimulationGofGhydrogenGdiffusionGinGinterpenetratedGmetalTorganicGframeworksUGPhysicalf
ChemistryfChemicalfPhysicsSG2008SGXWSGZYaaTf 3.6 37

161 nGcomputationalGmethodGtoGcharacterizeGframeworkGaluminumGinGaluminosilicatesUGAngewandtef
ChemieftfInternationalfEditionSG2007SGacSGYdcTe 16.4 37

160 phainGlengthGdependenciesGofGtheGbendingGmodulusGofGsurfactantGmonolayersUGPhysicalfReviewf
LettersSG2004SGfYSGXXcXWX 7.4 37

159 qynamicallyGcorrectedGtransitionGstateGtheoryGcalculationsGofGselfTdiffusionGinGanisotropicG
nanoporousGmaterialsUGJournalfoffPhysicalfChemistryfBSG2006SGXXWSGZXcaTdY 3.4 36

158 zesoscopicGsimulationsGofGphaseGtransitionsGinGlipidGbilayersUGPhysicalfChemistryfChemicalfPhysicsSG
2004SGcSGabZX 3.6 36

157 zolecularGsimulationsGofGsurfaceGforcesGandGfilmGruptureGinGoilVwaterVsurfactantGsystemsUGLangmuirSG
2004SGYWSGXXbeZTfZ 4 36

156
zixedTlinkerGUi’TccgGstructureTpropertyGrelationshipsGrevealedGbyGaGcombinationGofGhighTresolutionG
powderGäTrayGdiffractionGandGdensityGfunctionalGtheoryGcalculationsUGPhysicalfChemistryfChemicalf
PhysicsSG2017SGXfSGXbbXTXbbf

3.6 35

155 uighTThroughputG creeningGnpproachGforG‘anoporousGzaterialsGtenomeGUsingGTopologicalGqataG
nnalysisgGnpplicationGtoGüeolitesUGJournalfoffChemicalfTheoryfandfComputationSG2018SGXaSGaaYdTaaZd 6.4 35

154 ßaterGadsorptionGinGmetalâ��organicGframeworksGwithGopenTmetalGsitesUGAICHEfJournalSG2015SGcXSGcddTced 3.6 34

153 zonteGparloGsimulationsGinGzeolitesUGCurrentfOpinionfinfSolidfStatefandfMaterialsfScienceSG2001SGbSGabbTacX12 34
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152 pomputerGsimulationsGofGsurfactantGstructuresUGCurrentfOpinionfinfColloidfandfInterfacefScienceSG
1996SGXSGaXXTaXb 7.6 34

151 zonteGparloG tudyGonGtheGßaterGzeniscusGpondensationGandGpapillaryGsorceGinGntomicGsorceG
zicroscopyUGJournalfoffPhysicalfChemistryfCSG2012SGXXcSGYXfYZTYXfZX 3.8 33

150 UnderstandingGnluminumGyocationGandG‘onTframeworkGvonsGrffectsGonGnlkaneGndsorptionGinG
nluminosilicatesgGGnGzolecularG imulationG tudyUGJournalfoffPhysicalfChemistryfCSG2007SGXXXSGXWaXfTXWaYc3.8 33

149
nGnovelGalgorithmGtoGmodelGtheGinfluenceGofGhostGlatticeGflexibilityGinGmolecularGdynamicsG
simulationsgGloadingGdependenceGofGselfTdiffusionGinGcarbonGnanotubesUGJournalfoffChemicalfPhysicsSG
2006SGXYaSGXbadWc

3.9 33

148 –ecoilGgrowthGalgorithmGforGchainGmoleculesGwithGcontinuousGinteractionsUGMolecularfPhysicsSG1999SG
fdSGXYaZTXYba 1.7 33

147 rvaluatingGphargeGrquilibrationGzethodsGToGtenerateGrlectrostaticGsieldsGinG‘anoporousGzaterialsUG
JournalfoffChemicalfTheoryfandfComputationSG2019SGXbSGZeYTaWX 6.4 33

146 “erformanceGofGvanGderGßaalsGporrectedGsunctionalsGforGtuestGndsorptionGinGtheGzOdobdcPG
zetalT’rganicGsrameworksUGJournalfoffPhysicalfChemistryfASG2017SGXYXSGaXZfTaXbX 2.8 32

145 nnGexplicitGexpressionGforGfiniteTsizeGcorrectionsGtoGtheGchemicalGpotentialUGJournalfoffPhysicsf
CondensedfMatterSG1989SGXSGecbfTeccb 1.8 32

144 ‘ucleobaseGpairingGandGphotodimerizationGinGaGbiologicallyGderivedGmetalTorganicGframeworkG
nanoreactorUGNaturefCommunicationsSG2019SGXWSGXcXY 17.4 31

143 puttingGzaterialsGinGualfgGnGtraphGTheoryGnpproachGforGteneratingGprystalG urfacesGandGvtsG
“redictionGofGYqGüeolitesUGACSfCentralfScienceSG2018SGaSGYZbTYab 16.8 31

142 vnG ilicoGqesignGofGThreeTqimensionalG“orousGpovalentG’rganicGsrameworksGviaGxnownG ynthesisG
–outesGandGpommerciallyGnvailableG peciesUGJournalfoffPhysicalfChemistryfCSG2014SGXXeSGYZdfWTYZeWY 3.8 31

141 “redictingGyocalGTransportGpoefficientsGatG olidâ��tasGvnterfacesUGJournalfoffPhysicalfChemistryfCSG
2012SGXXcSGXeedeTXeeeZ 3.8 31

140 rfficientGzonteGparloG imulationsGofGtasGzoleculesGvnsideG“orousGzaterialsUGJournalfoffChemicalf
TheoryfandfComputationSG2012SGeSGYZZcTaZ 6.4 31

139 UnderstandingGp’YGqynamicsGinGzetalâ��’rganicGsrameworksGwithG’penGzetalG itesUGAngewandtef
ChemieSG2013SGXYbSGabWcTabWf 3.6 31

138  olidTsolidGandGliquidTsolidGphaseGequilibriaGforGtheGrestrictedGprimitiveGmodelUGMolecularfPhysicsSG
1996SGedSGXbfTXcc 1.7 31

137 nGnovelGintegratedGprOVvPGadsorptionâ��photoreductionGsystemGusingGz’smpolymerGcompositeG
beadsUGJournalfoffMaterialsfChemistryfASG2020SGeSGfcYfTfcZd 13 30

136 UnderstandingG mallTzoleculeGvnteractionsGinGzetalT’rganicGsrameworksgGpouplingGrxperimentG
withGTheoryUGAdvancedfMaterialsSG2015SGYdSGbdebTfc 24 30

135 qiffusionGinGconfinementgGkineticGsimulationsGofGselfTGandGcollectiveGdiffusionGbehaviorGofGadsorbedG
gasesUGPhysicalfChemistryfChemicalfPhysicsSG2012SGXaSGXXcWWTf 3.6 30

(2012-1996)
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134 zolecularGpathGcontrolGinGzeoliteGmembranesUGProceedingsfoffthefNationalfAcademyfoffSciencesfoff
thefUnitedfStatesfoffAmericaSG2005SGXWYSGXYZXdTYW 11.5 30

133 parbonGpaptureGandG toragegGintroductoryGlectureUGFaradayfDiscussionsSG2016SGXfYSGfTYb 3.6 30

132  tatisticalGmechanicalGmodelGofGgasGadsorptionGinGporousGcrystalsGwithGdynamicGmoietiesUG
ProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaSG2017SGXXaSGrYedTrYfc 11.5 29

131 uighTpressureGliquidGphaseGhydroconversionGofGheptaneVnonaneGmixturesGonG“tVuTøGzeoliteG
catalystUGJournalfoffCatalysisSG2003SGYYWSGccTdZ 7.3 29

130 TooGzanyGzaterialsGandGTooGzanyGnpplicationsgGnnGrxperimentalG“roblemGßaitingGforGaG
pomputationalG olutionUGACSfCentralfScienceSG2020SGcSGXefWTXfWW 16.8 28

129 parbonsGwithG–egularG“oreGteometryGøieldGsundamentalGvnsightsGintoG upercapacitorGphargeG
 torageUGACSfCentralfScienceSG2019SGbSGXeXZTXeYZ 16.8 28

128 “yreneTbasedGmetalGorganicGframeworksgGfromGsynthesisGtoGapplicationsUGChemicalfSocietyfReviewsSG
2021SGbWSGZXaZTZXdd 58.5 28

127 vnG ilicoGqiscoveryGofGpovalentG’rganicGsrameworksGforGparbonGpaptureUGACSfAppliedfMaterialsf
mamp;fInterfacesSG2020SGXYSGYXbbfTYXbce 9.5 27

126  hapeTselectiveGnTalkaneGhydroconversionGatGexteriorGzeoliteGsurfacesUGJournalfoffCatalysisSG2008SG
YbcSGfbTXWd 7.3 27

125 TheGselectivityGofGThexaneGhydroconversionGonGz’–TSGznüTSGandGsnUTtypeGzeolitesUGJournalfoff
CatalysisSG2004SGYYeSGXYXTXYf 7.3 27

124 ’nGtheGrlectronicGandG’pticalG“ropertiesGofGzetalâ��’rganicGsrameworksgGpaseG tudyGofGzvyTXYbGandG
zvyTXYbT‘uYUGJournalfoffPhysicalfChemistryfCSG2020SGXYaSGaWcbTaWdY 3.8 26

123 UnderstandingGtheGeffectGofGsideGgroupsGinGionicGliquidsGonGcarbonTcaptureGpropertiesgGaGcombinedG
experimentalGandGtheoreticalGeffortUGPhysicalfChemistryfChemicalfPhysicsSG2013SGXbSGZYcaTdY 3.6 26

122 TextGziningGzetalT’rganicGsrameworkG“apersUGJournalfoffChemicalfInformationfandfModelingSG2018SG
beSGYaaTYbX 6.1 26

121 oiporousGzetalT’rganicGsrameworkGwithGTunableGp’VpuG eparationG“erformanceGsacilitatedGbyG
vntrinsicGslexibilityUGACSfAppliedfMaterialsfmamp;fInterfacesSG2018SGXWSGZcXaaTZcXbc 9.5 26

120 zetalT’rganicGsrameworksGvnvertGzolecularG–eactivitygGyewisGncidicG“hosphoniumGüwitterionsG
patalyzeGtheGnldolTTishchenkoG–eactionUGJournalfoffthefAmericanfChemicalfSocietySG2017SGXZfSGXeXccTXeXcf16.4 25

119 phargeG eparationGandGphargeGparrierGzobilityGinG“hotocatalyticGzetalT’rganicGsrameworksUG
AdvancedfFunctionalfMaterialsSG2020SGZWSGYWWZdfY 15.6 25

118 puttingGtheGcostGofGcarbonGcapturegGaGcaseGforGcarbonGcaptureGandGutilizationUGFaradayfDiscussionsSG
2016SGXfYSGZfXTaXa 3.6 25

117  mallGscaleGmembraneGmechanicsUGBiomechanicsfandfModelingfinfMechanobiologySG2014SGXZSGcfdTdXX 3.8 24
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116 zodelingGzethaneGndsorptionGinGvnterpenetratingG“orousG“olymerG‘etworksUGJournalfoffPhysicalf
ChemistryfCSG2013SGXXdSGYWWZdTYWWaY 3.8 24

115 pombiningGqissipativeG“articleGqynamicsGandGzonteGparloGTechniquesUGJournalfoffComputationalf
PhysicsSG1998SGXadSGbWdTbXd 4.1 24

114 zolecularGsimulationsGofGadsorptionGisothermsGofGsmallGalkanesGinGsr–TSGT’‘TSGzTßTGandGq’‘TtypeG
zeolitesUGMicroporousfandfMesoporousfMaterialsSG2004SGceSGZdTaZ 5.3 24

113 vmpactGofGtheGstrengthGandGspatialGdistributionGofGadsorptionGsitesGonGmethaneGdeliverableGcapacityG
inGnanoporousGmaterialsUGChemicalfEngineeringfScienceSG2017SGXbfSGXeTZW 4.4 23

112 ndsorbateTinducedGlatticeGdeformationGinGv–z’sTdaGseriesUGNaturefCommunicationsSG2017SGeSGXZfab 17.4 23

111 zetalTorganicGframeworksGasGkineticGmodulatorsGforGbranchedGselectivityGinGhydroformylationUG
NaturefCommunicationsSG2020SGXXSGXWbf 17.4 23

110 rvaluatingGmixtureGadsorptionGmodelsGusingGmolecularGsimulationUGAICHEfJournalSG2013SGbfSGZWbaTZWca 3.6 23

109 nGcoarseTgrainingGapproachGforGtheGprotonGcomplexGinGprotonatedGaluminosilicatesUGJournalfoff
PhysicalfChemistryfBSG2006SGXXWSGbeZeTaX 3.4 23

108 zolecularGzonteGparloG imulationsGUsingGtraphicsG“rocessingGUnitsgGToGßasteG–ecycleGorG‘otlUG
JournalfoffChemicalfTheoryfandfComputationSG2011SGdSGZYWeTYY 6.4 22

107 “ushingGtheGlimitGofGpsGincorporationGintoGsn“borZGperovskiteGtoGenhanceGsolarGcellsGperformancesUG
APLfMaterialsSG2019SGdSGWaXXXW 5.7 21

106 rfficientGqeterminationGofGnccurateGsorceGsieldsGforG“orousGzaterialsGUsingGabGvnitioGTotalGrnergyG
palculationsUGJournalfoffPhysicalfChemistryfCSG2014SGXXeSGYcfZTYdWX 3.8 21

105 oiasGfreeGmultiobjectiveGactiveGlearningGforGmaterialsGdesignGandGdiscoveryUGNaturefCommunicationsSG
2021SGXYSGYZXY 17.4 21

104 TheGconditionGofGmicroscopicGreversibilityGinGtibbsGensembleGzonteGparloGsimulationsGofGphaseG
equilibriaUGMolecularfPhysicsSG1995SGebSGaZbTaad 1.7 20

103 rnhancedGVisibleTyightTqrivenGuydrogenG“roductionGthroughGz’sVz’sGueterojunctionsUGACSf
AppliedfMaterialsfmamp;fInterfacesSG2021SGXZSGXaYZfTXaYad 9.5 20

102 –obustGdrivingGforcesGforGtransmembraneGhelixGpackingUGBiophysicalfJournalSG2012SGXWZSGXYYdTZb 2.9 19

101 TheGtibbsGrnsembleG2002SGYWXTYYa 19

100 TranslationalGandG–otationalGzotionGofGpeGnromaticsGndsorbedGinGvsotropicG“orousGzediaGOz’sTbPgG
‘z–G tudiesGandGzqG imulationsUGJournalfoffPhysicalfChemistryfCSG2017SGXYXSGXbabcTXbacY 3.8 18

99 parbonGcaptureGturnedGupsideGdowngGhighTtemperatureGadsorptionGMGlowTtemperatureGdesorptionG
OunyqPUGEnergyfandfEnvironmentalfScienceSG2015SGeSGYaeWTYafX 35.4 18

(2015-2013)
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98 yanthanideTbasedGnearTinfraredGemittingGmetalTorganicGframeworksGwithGtunableGexcitationG
wavelengthsGandGhighGquantumGyieldsUGChemicalfCommunicationsSG2018SGbaSGceXcTceXf 5.8 18

97 zolecularGorderGandGdisorderGofGsurfactantsGinGclayGnanocompositesUGPhysicalfChemistryfChemicalf
PhysicsSG2006SGeSGYdWWTY 3.6 18

96 niiqnlabGâ��GanGecosystemGforGdevelopingSGexecutingSGandGsharingGscientificGworkflowsUGComputationalf
MaterialsfScienceSG2021SGXeeSGXXWXcb 3.2 18

95 TowardGaGzaterialsGtenomeGnpproachGforGionicGliquidsgGsynthesisGguidedGbyGabGinitioGpropertyGmapsUG
JournalfoffPhysicalfChemistryfBSG2014SGXXeSGXZcWfTYW 3.4 17

94 qiffusionGinGconfinementgGagreementGbetweenGexperimentsGbetterGthanGexpectedUGJournalfoff
PhysicalfChemistryfBSG2006SGXXWSGXabYfTZW 3.4 17

93 TwoTsidedGboundsGonGtheGfreeGenergyGfromGlocalGstatesGinGzonteGparloGsimulationsUGJournalfoff
StatisticalfPhysicsSG1989SGbcSGYadTYcW 1.5 17

92 yocalTstatesGmethodGforGtheGcalculationGofGfreeGenergiesGinGzonteGparloGsimulationsGofGlatticeG
modelsUGPhysicalfReviewfASG1990SGaXSGXXdbTXXde 2.6 17

91  heddingGyightGonGtheG“rotonationG tatesGandGyocationGofG“rotonatedG‘GntomsGofGndenineGinG
zetalT’rganicGsrameworksUGInorganicfChemistrySG2018SGbdSGXeeeTXfWW 5.1 16

90  imTtoTrealGtransferGreinforcementGlearningGforGcontrolGofGthermalGeffectsGofGanGatmosphericG
pressureGplasmaGjetUGPlasmafSourcesfSciencefandfTechnologySG2019SGYeSGWfbWXf 3.5 16

89 TowardsGanGunderstandingGofGmembraneTmediatedGproteinTproteinGinteractionsUGFaradayf
DiscussionsSG2010SGXaaSGZbfTcdhGdiscussionGaabTeX 3.6 16

88 nutomatedGzultiscaleGnpproachGToG“redictG elfTqiffusionGfromGaG“otentialGrnergyGsieldUGJournalfoff
ChemicalfTheoryfandfComputationSG2019SGXbSGYXYdTYXaX 6.4 16

87 vnsightsGintoGtheGrlectronicG“ropertiesGandGphargeGTransferGzechanismGofGaG“orphyrinG
–utheniumToasedGzetalâ��’rganicGsrameworkUGChemistryfoffMaterialsSG2020SGZYSGaXfaTaYWa 9.6 16

86 ’riginGofGtheG trongGvnteractionGbetweenG“olarGzoleculesGandGpopperOvvPG“addleTßheelsGinGzetalG
’rganicGsrameworksUGJournalfoffPhysicalfChemistryfCSG2017SGXYXSGXbXZbTXbXaa 3.8 15

85 rffectGofGphainGyengthGonGtheGndsorptionGoehaviorGofGnTnlkanesGinGserrieriteUGAngewandtefChemieftf
InternationalfEditionSG1998SGZdSGXWeXTXWeZ 16.4 15

84 rlucidatingGalkaneGadsorptionGinGsodiumTexchangedGzeolitesGfromGmolecularGsimulationsGtoG
empiricalGequationsUGAppliedfSurfacefScienceSG2005SGYbYSGdXcTdYY 6.7 15

83 sreeGrnergyGpalculationsG2002SGXcdTYWW 15

82 npplicabilityGofGTailGporrectionsGinGtheGzolecularG imulationsGofG“orousGzaterialsUGJournalfoff
ChemicalfTheoryfandfComputationSG2019SGXbSGbcZbTbcaX 6.4 14

81 rnergyTbasedGdescriptorsGforGphotoTcatalyticallyGactiveGmetalâ��organicGframeworkGdiscoveryUGJournalf
offMaterialsfChemistryfASG2020SGeSGaadZTaaeY 13 14

BerenduSmit

16



80 yipidGmediatedGpackingGofGtransmembraneGhelicesGâ��GaGdissipativeGparticleGdynamicsGstudyUGSoftf
MatterSG2013SGfSGYcdZ 3.6 14

79 zolecularGsimulationGofGadsorptionGofGalkanesGinGsodiumGz’–TtypeGzeolitesGusingGaGnewGforceGfieldUG
PhysicalfChemistryfChemicalfPhysicsSG2006SGeSGXebYTd 3.6 14

78 pommentGonGIqeterminationGofGtheGchemicalGpotentialGofGpolymericGsystemsGfromGzonteGparloG
simulationsIUGPhysicalfReviewfLettersSG1992SGceSGZcbd 7.4 14

77  imulatingGrnhancedGzethaneGqeliverableGpapacityGofGtuestG–esponsiveG“oresGinGvntrinsicallyG
slexibleGz’ssUGJournalfoffPhysicalfChemistryfLettersSG2019SGXWSGbfYfTbfZa 6.4 13

76 UncoveringGtheGyocalGzagnesiumGrnvironmentGinGtheGzetalâ��’rganicGsrameworkGzgYOdobpdcPG
UsingGYbzgG‘z–G pectroscopyUGJournalfoffPhysicalfChemistryfCSG2017SGXYXSGXffZeTXffab 3.8 13

75 ndsorptionGandGdiffusionGinGzeolitesgGtheGpitfallGofGisotypicGcrystalGstructuresUGMolecularfSimulationSG
2011SGZdSGfecTfef 2 13

74 sormationGpathwaysGofGmetalâ��organicGframeworksGproceedingGthroughGpartialGdissolutionGofGtheG
metastableGphaseUGCrystEngCommSG2017SGXfSGZaWdTZaXZ 3.3 12

73 rffectsGofG“oreGandGpageGTopologyGonGtheGThermodynamicsGofGnTnlkaneGndsorptionGatGorˆ‚nstedG
“rotonsGinGüeolitesGatGuighGTemperatureUGJournalfoffPhysicalfChemistryfCSG2017SGXYXSGXcXeTXcZe 3.8 12

72 teometricGlandscapesGforGmaterialGdiscoveryGwithinGenergyTstructureTfunctionGmapsUGChemicalf
ScienceSG2020SGXXSGbaYZTbaZZ 9.4 12

71 rvaluationGofGaGnewGforceGfieldGforGdescribingGtheGadsorptionGbehaviorGofGalkanesGinGvariousGpureG
silicaGzeolitesUGJournalfoffPhysicalfChemistryfBSG2006SGXXWSGYWXccTdX 3.4 12

70 UsingGcollectiveGknowledgeGtoGassignGoxidationGstatesGofGmetalGcationsGinGmetalTorganicG
frameworksUGNaturefChemistrySG2021SGXZSGddXTddd 17.6 12

69 –edoxGchemistryGandGmetalTinsulatorGtransitionsGintertwinedGinGaGnanoTporousGmaterialUGNaturef
CommunicationsSG2014SGbSGaWZY 17.4 11

68 ‘anoporousGzaterialsGpanGTuneGtheGpriticalG“ointGofGaG“ureG ubstanceUGAngewandtefChemieftf
InternationalfEditionSG2015SGbaSGXaZafTbY 16.4 11

67 “ vvTyupvvGsupercomplexGorganizationsGinGphotosyntheticGmembraneGbyGcoarseTgrainedGsimulationUG
JournalfoffPhysicalfChemistryfBSG2015SGXXfSGZfffTaWWe 3.4 11

66 nlcoholGsolubilityGinGaGlipidGbilayergGrfficientGgrandTcanonicalGsimulationGofGanGinterfaciallyGactiveG
moleculeUGJournalfoffChemicalfPhysicsSG2010SGXZYSGWcaXWd 3.9 11

65 zolecularGsimulationsGofGtheGadsorptionGofGcycloalkanesGinGzsvTtypeGsilicaUGPhysicalfChemistryf
ChemicalfPhysicsSG2005SGdSGYcYYTe 3.6 11

64 qissipativeG“articleGqynamicsG2002SGacbTade 11

63 ’nGtheGefficientGsamplingGofGpathwaysGinGtheGtransitionGpathGensembleUGPhysChemCommSG2001SGaSGXX 11
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62 TowardGsmartGcarbonGcaptureGwithGmachineGlearningUGCellfReportsfPhysicalfScienceSG2021SGYSGXWWZfc 6.1 11

61 nmineGqynamicsGinGqiamineTnppendedGzgOdobpdcPGzetalT’rganicGsrameworksUGJournalfoffPhysicalf
ChemistryfLettersSG2019SGXWSGdWaaTdWaf 6.4 10

60 slatTuistogramGzonteGparloGasGanGrfficientGToolGToGrvaluateGndsorptionG“rocessesGvnvolvingG–igidG
andGqeformableGzoleculesUGJournalfoffChemicalfTheoryfandfComputationSG2018SGXaSGcXafTcXbe 6.4 10

59 q’–vG–evealsGtheGvnfluenceGofG‘oncovalentGvnteractionsGonGpovalentGoondingG“atternsGinGzolecularG
prystalsGUnderG“ressureUGJournalfoffPhysicalfChemistryfLettersSG2019SGXWSGXaeYTXaee 6.4 9

58 zethaneGstorageGcapabilitiesGofGdiamondGanaloguesUGPhysicalfChemistryfChemicalfPhysicsSG2013SGXbSGYWfZdTaY3.6 9

57 phemicalGhieroglyphsgGabstractGdepictionGofGcomplexGvoidGspaceGtopologyGofGnanoporousGmaterialsUG
JournalfoffChemicalfInformationfandfModelingSG2010SGbWSGacXTf 6.1 9

56 yongT–angeGvnteractionsG2002SGYfXTZYW 9

55  imulatingGsurfactantGselfTassemblyUGJournalfoffPhysicsfCondensedfMatterSG1994SGcSGnZbXTnZbc 1.8 9

54 ’pticalGabsorptionGpropertiesGofGmetalTorganicGframeworksgGsolidGstateGmolecularGperspectiveUG
PhysicalfChemistryfChemicalfPhysicsSG2020SGYYSGXfbXYTXfbYX 3.6 8

53
oufferedGpoordinationGzodulationGasGaGzeansGofGpontrollingGprystalGzorphologyGandGzolecularG
qiffusionGinGanGnnisotropicGzetalT’rganicGsrameworkUGJournalfoffthefAmericanfChemicalfSocietySG
2021SGXaZSGbWaaTbWbY

16.4 8

52 pombinedG‘uclearGzagneticG–esonanceGandGzolecularGqynamicsG tudyGofGzethaneGndsorptionGinG
zYOdobdcPGzetalâ��’rganicGsrameworksUGJournalfoffPhysicalfChemistryfCSG2019SGXYZSGXYYecTXYYfb 3.8 7

51 pommentGonGIplusterGformationGofGtransmembraneGproteinsGdueGtoGhydrophobicGmismatchingIUG
PhysicalfReviewfLettersSG2009SGXWYSGYXfeWXhGauthorGreplyGYXfeWY 7.4 7

50 ponfigurationalToiasGzonteGparloGOpoTzpPGpalculationsGofGnTnlkaneG orptionGinGüeolitesG–hoGandG
serUGMolecularfSimulationSG1997SGXfSGZWXTZXe 2 7

49  hapeG electivityGinGuydrocarbonGponversionUGAngewandtefChemieSG2001SGXXZSGdbeTdcX 3.6 7

48 zolecularG imulationsGofGThermodynamicG“ropertiesgGsromGnrgonGtoGyongTphainG“araffinsUG
Industrialfmamp;fEngineeringfChemistryfResearchSG1995SGZaSGaXccTaXcf 3.9 7

47 ThermoelasticityGofGslexibleG’rganicGprystalsGfromG”uasiTharmonicGyatticeGqynamicsgGTheGpaseGofG
popperOvvPGncetylacetonateUGJournalfoffPhysicalfChemistryfLettersSG2020SGXXSGebaZTebae 6.4 7

46 nGdataTdrivenGperspectiveGonGtheGcoloursGofGmetalTorganicGframeworksUGChemicalfScienceSG2020SGXYSGZbedTZbfe9.4 7

45  ustainableGuydrogenationGofG‘itroarenesGtoGnnilinesGwithGuighlyGnctiveGinTsituGteneratedGpopperG
‘anoparticlesUGChemCatChemSG2020SGXYSGYeZZTYeZf 5.2 6
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44 TakingGlanthanidesGoutGofGisolationgGtuningGtheGopticalGpropertiesGofGmetalTorganicGframeworksUG
ChemicalfScienceSG2020SGXXSGaXcaTaXdW 9.4 6

43 zolecularGsimulationsGofGfluidGphaseGequilibriaUGFluidfPhasefEquilibriaSG1996SGXXcSGYafTYbc 2.5 6

42 xommensurablesGrinfrierenGvonGnTnlkanenGimG ilicalitUGAngewandtefChemieSG1995SGXWdSGYdcbTYdcd 3.6 6

41 UsingGpollectiveGxnowledgeGtoGnssignG’xidationG tates 6

40 nbGvnitioGslexibleGsorceGsieldGforGzetalT’rganicGsrameworksGUsingGqummyGzodelGpoordinationG
oondsUGJournalfoffChemicalfTheoryfandfComputationSG2019SGXbSGZcccTZcdd 6.4 5

39 ‘anoporousGzaterialsGpanGTuneGtheGpriticalG“ointGofGaG“ureG ubstanceUGAngewandtefChemieSG2015SG
XYdSGXabbdTXabcW 3.6 5

38  creeningGzaterialsG–elevantGforGrnergyGTechnologiesUGChimiaSG2015SGcfSGYaeTbY 1.3 5

37 pomputationalGphysicsGinGpetrochemicalGindustryUGPhysicafScriptaSG1996SGTccSGeWTea 2.6 5

36 –areGrventsG2002SGaZXTaca 5

35 sromGvsolatedG“orphyrinGyigandsGtoG“eriodicGnlT“z’sgGnGpomparativeG tudyGofGtheG’pticalG
“ropertiesGUsingGqsTVTqqsTUGJournalfoffPhysicalfChemistryfCSG2020SGXYaSGYXdbXTYXdcW 3.8 5

34 “redictingG“roductGqistributionGofG“ropeneGqimerizationGinG‘anoporousGzaterialsUGACSfCatalysisSG
2017SGdSGZfaWTZfae 13.1 4

33 pp GTGnGtechnologyGforGnowgGgeneralGdiscussionUGFaradayfDiscussionsSG2016SGXfYSGXYbTXbX 3.6 4

32 ’nGtheGrquivalenceGofG chemesGforG imulatingGoilayersGatGponstantG urfaceGTensionUGJournalfoff
ChemicalfTheoryfandfComputationSG2012SGeSGaWaTXd 6.4 4

31  imulationGofGphaseGcoexistenceGforGcomplexGmoleculesUGComputersfinfPhysicsSG1997SGXXSGYac 4

30 UnderstandingGtheGßindowGrffectGinGüeoliteGpatalysisUGAngewandtefChemieSG2003SGXXbSGZdbYTZdba 3.6 4

29
qualTsunctionalG“hotocatalysisgGponcurrentG“hotocatalyticGuydrogenGtenerationGandGqyeG
qegradationGUsingGzvyTXYbT‘uYGunderGVisibleGyightGvrradiationGOndvUGsunctUGzaterUGbYVYWXePUG
AdvancedfFunctionalfMaterialsSG2018SGYeSGXedWZdZ

15.6 4

28 pommonGworkflowsGforGcomputingGmaterialGpropertiesGusingGdifferentGquantumGenginesUGNpjf
ComputationalfMaterialsSG2021SGdSG 10.9 4

27 qiversifyingGqatabasesGofGzetalG’rganicGsrameworksGforGuighTThroughputGpomputationalG
 creeningUUGACSfAppliedfMaterialsfmamp;fInterfacesSG2021SGXZSGcXWWaTcXWXa 9.5 4
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26
zetalT’rganicGsrameworkGoeadsgG“orousGzetalâ��’rganicGsrameworkm“olymerGoeadsGforGvodineG
paptureGandG–ecoveryGUsingGaGtasT pargedGpolumnGOndvUGsunctUGzaterUGZWVYWXePUGAdvancedf
FunctionalfMaterialsSG2018SGYeSGXedWYXX

15.6 3

25 sreeGenergiesGandGphaseGequilibriaGofGchainGmoleculesUGMacromolecularfSymposiaSG1994SGeXSGZaZTZba 0.8 3

24 nGnewGapproachGforGcalculatingGtheGaccessibleGvolumeGinGequationsGofGstateGforGmixturesUGvUGTheoryG
andGimplementationGinGtheGvanGderGßaalsGequationGofGstateUGFluidfPhasefEquilibriaSG1988SGaZSGXdXTXeW 2.5 3

23 zakingGzoleculesGVibrategGvnteractiveGßebGrnvironmentGforGtheGTeachingGofGvnfraredG pectroscopyUG
JournalfoffChemicalfEducationSG2022SGffSGbcXTbcf 2.4 3

22 pp GTGnGtechnologyGforGtheGfuturegGgeneralGdiscussionUGFaradayfDiscussionsSG2016SGXfYSGZWZTZZb 3.6 2

21 pomputerTnidedG earchGforGzaterialsGtoG toreG‘aturalGtasGforGVehiclesUGFrontiersfforfYoungfMindsSG
2015SGZSG 1.5 2

20 pomputationalGcarbonGcaptureG2014SG 2

19 nGpomputationalGzethodGToGpharacterizeGsrameworkGnluminumGinGnluminosilicatesUGAngewandtef
ChemieSG2007SGXXfSGYeWTYeY 3.6 2

18 zolecularGsimulationsGofGtheGadsorptionGandGdiffusionGofGhydrocarbonsGinGmolecularGsievesUGStudiesf
infSurfacefSciencefandfCatalysisSG2007SGXdWSGXYXTXYf 1.8 2

17 nGnewGapproachGforGcalculatingGtheGaccessibleGvolumeGinGequationsGofGstateGforGmixturesUGvvUG
npplicationGtoGyennardTwonesGmixturesUGFluidfPhasefEquilibriaSG1988SGaZSGXeXTXef 2.5 2

16 ponnectingGlabGexperimentsGwithGcomputerGexperimentsgGzakingGIroutineIGsimulationsGroutine 2

15 nuthorGresponsegG“reTtransitionGeffectsGmediateGforcesGofGassemblyGbetweenGtransmembraneG
proteinsG2016SG 2

14 zultilevelGscreeningGofGcomputationTreadySGexperimentalGmetalTorganicGframeworksGforGnaturalGgasG
purificationUGAICHEfJournalSG2021SGcdSGeXdYdf 3.6 2

13 zakingGtheGcollectiveGknowledgeGofGchemistryGopenGandGmachineGactionableUUGNaturefChemistrySG
2022SGXaSGZcbTZdc 17.6 2

12 panGzetalT’rganicGsrameworksGoeGUsedGforGpannabisGoreathalyzerslUGACSfAppliedfMaterialsfmamp;f
InterfacesSG2019SGXXSGZadddTZadec 9.5 1

11 tuestTdependentGnegativeGthermalGexpansionGinGaGlanthanideTbasedGmetalâ��organicGframeworkUG
CrystEngCommSG2019SGYXSGbYfYTbYfe 3.3 1

10 plusteringGofG“roteinsGrmbeddedGinGyipidGoilayersgGaGzonteGparloG tudyUGAIPfConferencefProceedings
SG2007SG 0 1

9  imulatingGndsorptionGofGnlkanesGinGüeolitesG2003SG 1
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8 TowardG’ptimalG“hotocatalyticGuydrogenGtenerationGfromGßaterGUsingG“yreneToasedG
zetalT’rganicGsrameworksUGACSfAppliedfMaterialsfmamp;fInterfacesSG2021SGXZSGbdXXeTbdXZX 9.5 1

7 zesoscopicG imulationsGofGoiologicalGzembranesUGLecturefNotesfinfPhysicsSG2006SGYbfTYec 0.8 1

6 qataTqrivenGzatchingGofGrxperimentalGprystalG tructuresGandGtasGndsorptionGvsothermsGofG
zetalâ��’rganicGsrameworksUGJournalfoffChemicalfmamp;fEngineeringfDataS 2.8 1

5 pharacterizationGofGphemisorbedG peciesGandGnctiveGndsorptionG itesGinGzgTnlGzixedGzetalG’xidesG
forGuighTTemperatureGp’GpaptureUUGChemistryfoffMaterialsSG2022SGZaSGZefZTZfWX 9.6 1

4 zolecularG imulationGTechniquesGUsingGplassicalGsorceGsieldsXYXTXaf

3 rinfluˆ�GderGxettenlˆ⁄ngeGvonGnTnlkanenGaufGderenGndsorptionsverhaltenGinGserrieritUGAngewandtef
ChemieSG1998SGXXWSGXXaYTXXaa 3.6

2 pomputerG imulationsGofG hapeG electivityGrffectsG2008SGXcdc

1 –eplyGtoGtheGpommentGonGâ��pomputerG imulationGofGvncommensurateGqiffusionGinGüeolitesgGG
UnderstandingGßindowGrffectsâ��UGJournalfoffPhysicalfChemistryfBSG2004SGXWeSGXcZZWTXcZZW 3.4
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