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270 treeWstandingIhomochiralI]rImonolayersIbyIexfoliationIofImolecularIcrystalsXXINatureVI2022VIdZ]VIdZdWd[[50.4 14

269 urowingIsingleIcrystalsIofItwoWdimensionalIcovalentIorganicIframeworksIenabledIbyIintermediateI
tracingIstudyXXINatureeCommunicationsVI2022VI[aVI[aeZ 17.4 6

268 †etallatedIporphyrinicImetalâ��organicIframeworksIforIq’]IconversionItoIvq’’vhIoIcomputationalI
screeningIandImechanisticIstudyXIMoleculareCatalysisVI2022VIc]eVI[[]bZe 3.3 1
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265 †etalâ��’rganicItrameworksIforIüyleneI—eparationhItromIqomputationalI—creeningItoI†achineI
zearningXIJournaleofePhysicaleChemistryeCVI2021VI[]cVIefagWefbf 3.8 6

264 vighlyI—electiveIq’]IqonversionItoI†ethanolIinIaIpifunctionalI−eoliteIqatalyticI†embraneI–eactorXI
AngewandteeChemieVI2021VI[aaVI[fbaeW[fbb] 3.6 0

263 qonfinementWrrivenIsnantioselectivityIinIarI“orousIqhiralIqovalentI’rganicItrameworksXI
AngewandteeChemieeteInternationaleEditionVI2021VIdZVIdZfdWdZga 16.4 15

262 qrystallineIqWqIandIqmqIpondWzinkedIqhiralIqovalentI’rganicItrameworksXIJournaleofetheeAmericane
ChemicaleSocietyVI2021VI[baVIadgWaf[ 16.4 44

261 vighlyI—tableI−rRwVSWpasedI†etalW’rganicItrameworksIforIqhiralI—eparationIinI–eversedW“haseI
ziquidIqhromatographyXIJournaleofetheeAmericaneChemicaleSocietyVI2021VI[baVIagZWagf 16.4 42

260 qonfinementWrrivenIsnantioselectivityIinIarI“orousIqhiralIqovalentI’rganicItrameworksXI
AngewandteeChemieVI2021VI[aaVId[c[Wd[cf 3.6 3

259 wnIsilicoIscreeningIandIdesignIstrategiesIofIethaneWselectiveImetalâ��organicIframeworksIforI
ethaneYethyleneIseparationXIAICHEeJournalVI2021VIdeVIe[eZ]c 3.6 16

258 qoncludingIremarkshIqooperativeIphenomenaIinIframeworkImaterialsXIFaradayeDiscussionsVI2021VI
]]cVIbb]Wbcb 3.6 1

257 †etalW’rganicItrameworksIforIziquidI“haseIopplicationsXIAdvancedeScienceVI2021VIfVI]ZZa[ba 13.6 8

256 vighlyI—electiveIq’IqonversionItoI†ethanolIinIaIpifunctionalI−eoliteIqatalyticI†embraneI–eactorXI
AngewandteeChemieeteInternationaleEditionVI2021VIdZVI[f]fgW[f]gb 16.4 8

255
vydrogenIodsorptionIinI†etalâ��’rganicItrameworkI†wzW[Z[RqrSâ��odsorbateIrensitiesIandI
snthalpiesIfromI—orptionVI‘eutronI—catteringVIwnI—ituIüWrayIriffractionVIqalorimetryVIandI†olecularI
—imulationsXIACSeAppliedeEnergyeMaterialsVI2021VIbVIefagWefbe

6.1 1

254 vighlyIporousInanofiberWsupportedImonolayerIgrapheneImembranesIforIultrafastIorganicIsolventI
nanofiltrationXIScienceeAdvancesVI2021VIeVIeabgd]da 14.3 19
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ollWinW’neI†olecularIoggregationWwnducedIsmissionI heranosticshItluorescenceIwmageIuuidedIandI
†itochondriaI argetedIqhemoWIandI“hotodynamicIqancerIqellIoblationXIChemistryeofeMaterialsVI
2020VIa]VIbdf[Wbdg[

9.6 44

252 ripeptideImembranesIforIq’]IseparationhIoImolecularIsimulationIstudyXIFluidePhaseeEquilibriaVI
2020VIc[cVI[[]ceZ 2.5 3

251
oIvighlyI–igidIandIqonjugatedI†icroporousI“olymerI†embraneIforI—olventI“ermeationIandI
piofuelI“urificationhIoI†olecularI—imulationI—tudyXIACSeSustainableeChemistryeandeEngineeringVI2020
VIfVI]fg]W]gZZ

8.3 5

250 “’qY“w†W[ImixedWmatrixImembranesIforIwaterIdesalinationhIoImolecularIsimulationIstudyXIJournale
ofeMembraneeScienceVI2020VIdZfVI[[f[ea 9.6 6

249 äaterI“ermeationIthroughIqonicalI‘anoporeshIqomplexIwnterplayIbetweenI—urfaceI–oughnessIandI
qhemistryXIAdvancedeTheoryeandeSimulationsVI2020VIaVI]ZZZZ]c 3.5 4

248 †olecularIsimulationsIofIliquidIseparationsIinIpolymerImembranesXICurrenteOpinioneineChemicale
EngineeringVI2020VI]fVIddWeb 5.4 10

247
‘anostructuralIqontrolIsnablesI’ptimizedI“hotoacousticâ��tluorescenceâ��†agneticI–esonanceI
†ultimodalIwmagingIandI“hotothermalI herapyIofIprainI umorXIAdvancedeFunctionaleMaterialsVI
2020VIaZVI[gZeZee

15.6 26

246 —elfWossemblyIofIvighlyI—tableI−irconiumRwVSIqoordinationIqagesIwithIoggregationIwnducedI
smissionI†olecularI–otorsIforIziveWqellIwmagingXIAngewandteeChemieVI2020VI[a]VI[Z]aeW[Z]bc 3.6 8

245
—elfWossemblyIofIvighlyI—tableI−irconiumRwVSIqoordinationIqagesIwithIoggregationIwnducedI
smissionI†olecularI–otorsIforIziveWqellIwmagingXIAngewandteeChemieeteInternationaleEditionVI2020VI
cgVI[Z[c[W[Z[cg

16.4 55

244 ’rganicI—mallI†oleculeIpasedI“hotothermalIogentsIwithI†olecularI–otorsIforI†alignantIpreastI
qancerI herapyXIAdvancedeFunctionaleMaterialsVI2020VIaZVI[gZeZga 15.6 45

243 “orousIorganicIcagesIasIsyntheticIwaterIchannelsXINatureeCommunicationsVI2020VI[[VIbg]e 17.4 17

242 †achineIzearningIforI“olymerI—wellingIinIziquidsXIACSeAppliedePolymereMaterialsVI2020VI]VIacedWacfd 4.3 5

241
wntercalationIofI†etalIwonsIintoI iaq] xI†üeneIslectrodesIforIvighWorealWqapacitanceI
†icrosupercapacitorsIwithI‘eutralI†ultivalentIslectrolytesXIAdvancedeFunctionaleMaterialsVI2020VI
aZVI]ZZae][

15.6 33

240 qomputationalIdesignIofIaImetalWbasedIfrustratedIzewisIpairIonIdefectiveIUi’WddIforIq’]I
hydrogenationItoImethanolXIJournaleofeMaterialseChemistryeAVI2020VIfVI]]fZ]W]]f[c 13 7

239 otomisticI—imulationI—tudyIofI“olyarylateY−eoliticWwmidazolateItrameworkI†ixedW†atrixI
†embranesIforIäaterIresalinationXIACSeAppliedeNanoeMaterialsVI2020VIaVI[ZZ]]W[ZZa[ 5.6 5

238 †olecularIdesignIofIchiralIzirconiumImetalâ��organicIframeworksIforIasymmetricItransferI
hydrogenationIofIiminesXICatalysiseScienceeandeTechnologyVI2019VIgVIbfffWbfge 5.5 2

237 oImolecularIsimulationIstudyIforIefficientIseparationIofI]VcWfurandiyldimethanamineIbyIaI
microporousIpolyarylateImembraneXIPolymerVI2019VI[ecVIfW[b 3.9 4

236 snhancingIwaterIpermeationIthroughIaluminaImembranesIbyIchangingIfromIcylindricalItoIconicalI
nanoporesXINanoscaleVI2019VI[[VIgfdgWgfef 7.7 18
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235 wdentifyingItheIbestImetalâ��organicIframeworksIandIunravellingIdifferentImechanismsIforItheI
separationIofIpentaneIisomersXIMoleculareSystemseDesigneandeEngineeringVI2019VIbVIdZgWd[c 4.6 7

234 qhiralIpw‘’zWpasedIqovalentI’rganicItrameworksIforIsnantioselectiveI—ensingXIJournaleofethee
AmericaneChemicaleSocietyVI2019VI[b[VIeZf[WeZfg 16.4 131

233 qomputationalIscreeningIofImetalâ��organicIframeworksIforIq’]IseparationXICurrenteOpinioneine
GreeneandeSustainableeChemistryVI2019VI[dVIceWdb 7.9 10

232 tunctionalIUi’WddIforItheIremovalIofIsulfurWcontainingIcompoundsIinIgasIandIliquidImixtureshIoI
molecularIsimulationIstudyXIChemicaleEngineeringeJournalVI2019VIacdVIeaeWebc 14.7 10

231 sffectsIofIfunctionalizationIonItheInanofiltrationIperformanceIofI“w†W[hI†olecularIsimulationI
investigationXIJournaleofeMembraneeScienceVI2019VIcg[VI[[eace 9.6 11

230 qhiralI“hosphoricIocidsIinI†etalW’rganicItrameworksIwithIsnhancedIocidityIandI unableIqatalyticI
—electivityXIAngewandteeChemieeteInternationaleEditionVI2019VIcfVI[bebfW[bece 16.4 24

229 poostingIsnantioselectivityIofIqhiralI’rganocatalystsIwithIUltrathinI woWrimensionalI
†etalW’rganicItrameworkI‘anosheetsXIJournaleofetheeAmericaneChemicaleSocietyVI2019VI[b[VI[edfcW[edgc16.4 88

228 tormationIofIqvIvydrateIinIaI†esoporousI†etalW’rganicItrameworkI†wzW[Z[hI†echanisticIwnsightsI
fromI†icrosecondI†olecularIrynamicsI—imulationsXIJournaleofePhysicaleChemistryeLettersVI2019VI[ZVIeZZ]WeZZf6.4 18

227 †icroporousIbenzimidazoleWlinkedIpolymerIandIitsIderivativesIforIorganicIsolventInanofiltrationXI
PolymerVI2019VI[fcVI[][ga] 3.9 7

226 qhiralI“hosphoricIocidsIinI†etalâ��’rganicItrameworksIwithIsnhancedIocidityIandI unableIqatalyticI
—electivityXIAngewandteeChemieVI2019VI[a[VI[bfgZW[bfgg 3.6 10

225 “ostWsynthesisIofIaIcovalentIorganicIframeworkInanofiltrationImembraneIforIhighlyIefficientIwaterI
treatmentXIJournaleofeMaterialseChemistryeAVI2019VIeVI]b]ZcW]b][Z 13 52

224 †olecularIresignIofI†icroporousI“olymerI†embranesIforItheIUpgradingIofI‘aturalIuasXIJournaleofe
PhysicaleChemistryeCVI2019VI[]aVIddZeWdd[c 3.8 8

223 oImolecularIsimulationIprotocolIforIswellingIandIorganicIsolventInanofiltrationIofIpolymerI
membranesXIJournaleofeMembraneeScienceVI2019VIceaVIdagWdbd 9.6 29

222 qomputationalIresignIofI]rIqovalentW’rganicItrameworkI†embranesIforI’rganicI—olventI
‘anofiltrationXIACSeSustainableeChemistryeandeEngineeringVI2019VIeVI[eabW[ebb 8.3 33

221 oImolecularIsimulationIprotocolIforImembraneIpervaporationXIJournaleofeMembraneeScienceVI2019VI
ce]VIdedWdf] 9.6 8

220 vydrophobicI—hieldingIofI’uterI—urfacehIsnhancingItheIqhemicalI—tabilityIofI†etalâ��’rganicI
“olyhedraXIAngewandteeChemieVI2019VI[a[VI[ZcaW[Zce 3.6 7

219 –estrictionIofI†olecularI–otorsIinIUltrathinI woWrimensionalIqovalentI’rganicItrameworkI
‘anosheetsIforI—ensingI—ignalIomplificationXIChemistryeofeMaterialsVI2019VIa[VI[bdW[dZ 9.6 75

218 vydrophobicI—hieldingIofI’uterI—urfacehIsnhancingItheIqhemicalI—tabilityIofI†etalW’rganicI
“olyhedraXIAngewandteeChemieeteInternationaleEditionVI2019VIcfVI[Zb[W[Zbc 16.4 31
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217 q’]IcycloadditionIwithIpropyleneIoxideItoIformIpropyleneIcarbonateIonIaIcopperImetalWorganicI
frameworkhIoIdensityIfunctionalItheoryIstudyXIMoleculareCatalysisVI2019VIbdaVIaeWbb 3.3 18

216 “orousIorganicIcagesIembeddedIinIaIlipidImembraneIforIwaterIdesalinationhIoImolecularIsimulationI
studyXIJournaleofeMembraneeScienceVI2019VIceaVI[eeW[fa 9.6 11

215 †ethanolWtoWolefinIconversionIinIopqWdIzeoliteIcavitieshIunravellingItheIroleIofIcavityIshapeIandI
sizeIfromIdensityIfunctionalItheoryIcalculationsXIPhysicaleChemistryeChemicalePhysicsVI2018VI]ZVI[ba]]W[baaZ3.6 7

214
qonfinementIofIoggregationWwnducedIsmissionI†olecularI–otorsIinIUltrathinI woWrimensionalI
“orousI’rganicI‘anosheetsIforIsnhancedI†olecularI–ecognitionXIJournaleofetheeAmericaneChemicale
SocietyVI2018VI[bZVIbZacWbZbd

16.4 88

213 ripeptideIqrystalsIasI–everseI’smosisI†embranesIforIäaterIresalinationhIotomisticI—imulationXI
JournaleofePhysicaleChemistryeCVI2018VI[]]VIdZ]dWdZa] 3.8 7

212 sfficientI–emovalIofI“b]UIfromIoqueousI—olutionIbyIanIwonicIqovalentâ��’rganicItrameworkhI
†olecularI—imulationI—tudyXIIndustrialemamp;eEngineeringeChemistryeResearchVI2018VIceVIdbeeWdbf] 3.9 25

211 vighWthroughputIcomputationalIscreeningIofImetalWorganicIframeworkImembranesIforIupgradingI
ofInaturalIgasXIJournaleofeMembraneeScienceVI2018VIcc[VIbeWcb 9.6 53

210 omorphousI“orousI’rganicIqageI†embranesIforIäaterIresalinationXIJournaleofePhysicaleChemistrye
CVI2018VI[]]VI[ea]W[ebZ 3.8 14

209 qatalyticIaminoIacidIproductionIfromIbiomassWderivedIintermediatesXIProceedingseofetheeNationale
AcademyeofeScienceseofetheeUnitedeStateseofeAmericaVI2018VI[[cVIcZgaWcZgf 11.5 107

208 äaterIdesalinationIandIbiofuelIdehydrationIthroughIaIthinImembraneIofIpolymerIofIintrinsicI
microporosityhIotomisticIsimulationIstudyXIJournaleofeMembraneeScienceVI2018VIcbcVIbgWcd 9.6 35

207 —olventInanofiltrationIthroughIpolybenzimidazoleImembraneshIUnravellingItheIroleIofIporeIsizeI
fromImolecularIsimulationsXIJournaleofeMembraneeScienceVI2018VIcdbVIef]Wefe 9.6 12

206 recompositionIofIqvbIhydratehIeffectsIofItemperatureIandIsaltIfromImolecularIsimulationsXI
MoleculareSimulationVI2018VIbbVI[]]ZW[]]f 2 5

205 vochflussWvochselektivitˆ⁄tsW†’tW†embranhIuetrˆ⁄gerteI†wzW[dZW—chichtIfˆ…rIdieI rennungIderI
üylolisomereIdurchI“ervaporationXIAngewandteeChemieVI2018VI[aZVI[ccfZW[ccfb 3.6 8

204 †olecularI—imulationIandIonalysisIofI—orptionI“rocessItowardI heoreticalI“redictionIforIziquidI
“ermeationIthroughI†embranesXIJournaleofePhysicaleChemistryeBVI2018VI[]]VI[]][[W[]][f 3.4 5

203 vighWtluxIvighW—electivityI†etalW’rganicItrameworkI†wzW[dZI†embraneIforIüyleneIwsomerI
—eparationIbyI“ervaporationXIAngewandteeChemieeteInternationaleEditionVI2018VIceVI[cacbW[cacf 16.4 52

202 resignIandIselfWassemblyIofIhexahedralIcoordinationIcagesIforIcascadeIreactionsXINaturee
CommunicationsVI2018VIgVIbb]a 17.4 49

201 −eoliticIwmidazolateItrameworkI†embranesIforI’rganicI—olventI‘anofiltrationhIoI†olecularI
—imulationIsxplorationXIACSeAppliedeMaterialsemamp;eInterfacesVI2018VI[ZVIaa[acWaa[ba 9.5 16

200 qomputationalIqharacterizationIofIUltrathinI“olymerI†embranesIinIziquidsXIMacromoleculesVI2018VI
c[VIe[dgWe[ee 5.5 22
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199 qomputationalIscreeningIofIhydrophobicImetalâ��organicIframeworksIforItheIseparationIofIv]—IandI
q’]IfromInaturalIgasXIJournaleofeMaterialseChemistryeAVI2018VIdVI[ffgfW[fgZc 13 52

198 qhiralI‘vWqontrolledI—upramolecularI†etallacyclesXIJournaleofetheeAmericaneChemicaleSocietyVI2017VI
[agVI[ccbW[cdb 16.4 94

197 –eversedIthermoWswitchableImolecularIsievingImembranesIcomposedIofItwoWdimensionalI
metalWorganicInanosheetsIforIgasIseparationXINatureeCommunicationsVI2017VIfVI[bbdZ 17.4 290

196 äaterIresalinationIthroughIaI−eoliticIwmidazolateItrameworkI†embraneIbyIslectroWIandI
 hermoW’smosishIähichIqouldIpeI†oreIsfficientmXIChemistrySelectVI2017VI]VIagf[Wagfd 1.8 4

195 ähatIareItheIkeyIfactorsIgoverningItheInucleationIofIq’IhydratemXIPhysicaleChemistryeChemicale
PhysicsVI2017VI[gVI[cdceW[cdd[ 3.6 43

194 qomputationalIdesignIofI]rIfunctionalIcovalentâ��organicIframeworkImembranesIforIwaterI
desalinationXIEnvironmentaleScience:eWatereResearcheandeTechnologyVI2017VIaVIeacWeba 4.2 48

193 “orousIorganicIcageImembranesIforIwaterIdesalinationhIaIsimulationIexplorationXIPhysicale
ChemistryeChemicalePhysicsVI2017VI[gVI[f[efW[f[fc 3.6 18

192 †olecularIresignIofI−irconiumI etrazolateI†etalâ��’rganicItrameworksIforIq’]IqaptureXICrystale
GrowtheandeDesignVI2017VI[eVIcbaWcbg 3.5 25

191 [rW]rWarI ransformationI—ynthesisIofIvierarchicalI†etalW’rganicItrameworkIodsorbentIforI
†ulticomponentIolkaneI—eparationXIJournaleofetheeAmericaneChemicaleSocietyVI2017VI[agVIf[gWf]f 16.4 54

190 UltrathinItwoWdimensionalIporousIorganicInanosheetsIwithImolecularIrotorsIforIchemicalIsensingXI
NatureeCommunicationsVI2017VIfVI[[b] 17.4 119

189 qvIvydrateItormationIbetweenI—ilicaIandIuraphiteI—urfaceshIwnsightsIfromI†icrosecondI†olecularI
rynamicsI—imulationsXILangmuirVI2017VIaaVI[[gcdW[[gde 4 48

188 vighW hroughputIqomputationalI—creeningIofI†etalâ��’rganicItrameworksIforI hiolIqaptureXI
JournaleofePhysicaleChemistryeCVI2017VI[][VI]]]ZfW]]][c 3.8 25

187 sthanolamineI“urificationIbyI‘anofiltrationIthroughI“w†W[IandIqarbonI†embraneshIoI†olecularI
—imulationI—tudyXIJournaleofePhysicaleChemistryeCVI2017VI[][VI]ZcagW]Zcbc 3.8 9

186 ripeptidesIsmbeddedIinIaIzipidIpilayerI†embraneIasI—yntheticIäaterIqhannelsXILangmuirVI2017VI
aaVI[[bgZW[[bgc 4 3

185 †olecularIrynamicsI“henomenaIofIäaterIinItheI†etalorganicItrameworkI†wzW[ZZRolSVIasI–evealedI
byI“ulsedItieldIuradientI‘†–IandIotomisticI—imulationXIJournaleofePhysicaleChemistryeCVI2017VI[][VI[fZdcW[fZeb3.8 22

184 †olecularIwnsightsIintoItheI‘ucleationIandIurowthIofIqvbIandIq’]I†ixedIvydratesIfromI
†icrosecondI—imulationsXIJournaleofePhysicaleChemistryeCVI2016VI[]ZVI]c]]cW]c]ad 3.8 51

183 oIhelicalIpeptideIconfinedIinImetalWorganicIframeworkshI†icroscopicIinsightIfromImolecularI
simulationXIMicroporouseandeMesoporouseMaterialsVI2016VI]a]VI[afW[b] 5.3 6

182 †odulatedIvydrothermalI—ynthesisIofIUi’WddRvfSW ypeI†etalW’rganicItrameworksIforI’ptimalI
qarbonIrioxideI—eparationXIInorganiceChemistryVI2016VIccVI[[abWb[ 5.1 117
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181 —ynthesisIandIseawaterIdesalinationIofImolecularIsievingIzeoliticIimidazolateIframeworkI
membranesXIDesalinationVI2016VIafcVIecWf] 10.3 98

180 wnIsilicoIscreeningIofIbedbIcomputationWreadyVIexperimentalImetalâ��organicIframeworksIforIq’]I
separationXIJournaleofeMaterialseChemistryeAVI2016VIbVI][ZcW][[b 13 84

179 resignIofIamineWfunctionalizedImetalWorganicIframeworksIforIq’]IseparationhItheImoreIamineVItheI
bettermXIChemicaleCommunicationsVI2016VIc]VIgebWe 5.8 62

178 wbuprofenIloadingIandIreleaseIinIamphiphilicIpeptideItoa]IandIitsIderivativeshIaIcoarseWgrainedI
molecularIdynamicsIsimulationIstudyXIMoleculareSimulationVI2016VIb]VIdegWdfe 2 8

177 —eawaterI“ervaporationIthroughI−eoliticIwmidazolateItrameworkI†embraneshIotomisticI—imulationI
—tudyXIACSeAppliedeMaterialsemamp;eInterfacesVI2016VIfVI[aag]Wg 9.5 54

176 vighWthroughputIcomputationalIscreeningIofI[aegcaImetalâ��organicIframeworksIforImembraneI
separationIofIaIq’]Y‘]YqvbImixtureXIJournaleofeMaterialseChemistryeAVI2016VIbVI[cgZbW[cg[] 13 70

175 pvW—ensitiveIVesiclesItormedIbyIomphiphilicIuraftedIqopolymersIwithI unableI†embraneI
“ermeabilityIforIrrugIzoadingY–eleasehIoI†ultiscaleI—imulationI—tudyXIMacromoleculesVI2016VIbgVIdZfbWdZgb5.5 38

174 q’]IcaptureIinIrhtImetalâ��organicIframeworkshImultiscaleImodelingIfromImolecularIsimulationItoI
breakthroughIpredictionXIJournaleofeMaterialseChemistryeAVI2015VIaVI[da]eW[daad 13 15

173 äaterIresalinationIthroughI−eoliticIwmidazolateItrameworkI†embraneshI—ignificantI–oleIofI
tunctionalIuroupsXILangmuirVI2015VIa[VI[a]aZWe 4 77

172 qelluloseIdissolutionIandIregenerationIinIionicIliquidshIoIcomputationalIperspectiveXIChemicale
EngineeringeScienceVI2015VI[][VI[fZW[fg 4.4 83

171 q’I]IcaptureIinIcationWexchangedImetalâ��organicIframeworkshIvolisticImodelingIfromImolecularI
simulationItoIprocessIoptimizationXIChemicaleEngineeringeScienceVI2015VI[]bVIeZWef 4.4 35

170
“orousI†aterialshI—ubmicrometerW—izedI−wtWe[ItilledI’rganophilicI†embranesIforIwmprovedI
pioethanolI–ecoveryhI†echanisticIwnsightsIbyI†onteIqarloI—imulationIandIt w–I—pectroscopyIRodvXI
tunctXI†aterXIbY]Z[cSXIAdvancedeFunctionaleMaterialsVI2015VI]cVIbgfWbgf

15.6 1

169 qomputerI—imulationsIofIwonicI†etalâ��’rganicItrameworksI2015VIbc[Wbf[

168 ulucoseIrecoveryIfromIaqueousIsolutionsIbyIadsorptionIinImetalWorganicIframeworkI†wzW[Z[hIaI
molecularIsimulationIstudyXIScientificeReportsVI2015VIcVI[]f][ 4.9 10

167 piofuelIpurificationIinIu†sIzeoliticâ��imidazolateIframeworkshItromIabIinitioIcalculationsItoI
molecularIsimulationsXIAICHEeJournalVI2015VId[VI]edaW]eec 3.6 16

166 qomputationalIomphiphilicI†aterialsIforIrrugIreliveryXIFrontierseineMaterialsVI2015VI]VI 4 17

165
—ubmicrometerW—izedI−wtWe[ItilledI’rganophilicI†embranesIforIwmprovedIpioethanolI–ecoveryhI
†echanisticIwnsightsIbyI†onteIqarloI—imulationIandIt w–I—pectroscopyXIAdvancedeFunctionale
MaterialsVI2015VI]cVIc[dWc]c

15.6 78

164 †echanisticIinsightIintoIhighlyIefficientIgasIpermeationIandIseparationIinIaIshapeWpersistentIladderI
polymerImembraneXIPhysicaleChemistryeChemicalePhysicsVI2014VI[dVIdZecWfa 3.6 38
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163 —ynthesisIofIhighlyIhydrophobicIandIpermselectiveImetalâ��organicIframeworkI−nRprqSR srSZXcI
membranesIforIv]Yq’]IseparationXIJournaleofeMembraneeScienceVI2014VIbcbVI[]dW[a] 9.6 47

162 snhancementIofIq’]IuptakeIinIisoWreticularIqoIbasedIzeoliticIimidazolateIframeworksIviaImetalI
replacementXICrystEngCommVI2014VI[dVIbdeeWbdfZ 3.3 28

161 qovalentWorganicIframeworkIasIaItemplateItoIassembleIcarbonInanotubesIintoIaIhighWdensityI
membranehIcomputationalIdemonstrationXINanoscaleVI2014VIdVIee]We 7.7 4

160 †olecularIsimulationsIinImetalâ��organicIframeworksIforIdiverseIpotentialIapplicationsXIMoleculare
SimulationVI2014VIbZVIc[dWcad 2 29

159 —elfWassemblyIofIamphiphilicIpeptideIRotSdvcy[cIderivativeshIrolesIofIhydrophilicIandIhydrophobicI
residuesXIJournaleofePhysicaleChemistryeBVI2014VI[[fVI]dfaWg] 3.4 18

158 oIcombinatorialIapproachItowardsIwaterWstableImetalWorganicIframeworksIforIhighlyIefficientI
carbonIdioxideIseparationXIChemSusChemVI2014VIeVI]eg[Wc 8.3 68

157 odsorptionIandIriffusionIofIq’]IandIqvbIinI−eoliticIwmidazolateItrameworkWfhIsffectIofI—tructuralI
tlexibilityXIJournaleofePhysicaleChemistryeCVI2014VI[[fVIfeffWfegb 3.8 112

156 LqlickLWextendedInitrogenWrichImetalWorganicIframeworksIandItheirIhighIperformanceIinI
q’]WselectiveIcaptureXIChemicaleCommunicationsVI2014VIcZVIbdfaWc 5.8 55

155 —ystematicIwnvestigationIofI‘itrileIpasedIwonicIziquidsIforIq’]IqapturehIoIqombinationIofI
†olecularI—imulationIandIabIwnitioIqalculationXIJournaleofePhysicaleChemistryeCVI2014VI[[fVIa[[ZWa[[f 3.8 37

154 sngineeringIchiralIporousImetalWorganicIframeworksIforIenantioselectiveIadsorptionIandI
separationXINatureeCommunicationsVI2014VIcVIbbZd 17.4 183

153 piofuelIpurificationIinIzeoliticIimidazolateIframeworkshItheIsignificantIroleIofIfunctionalIgroupsXI
PhysicaleChemistryeChemicalePhysicsVI2014VI[dVIgdbaWcc 3.6 48

152 †olecularIinsightsIintoItheIselfWassemblyIofIshortIamphiphilicIpeptidesItmrnIandItmynXIRSCe
AdvancesVI2014VIbVIdZeb[WdZebf 3.7 7

151 qrucialIroleIofIblockingIinaccessibleIcagesIinItheIsimulationIofIgasIadsorptionIinIaIpaddleWwheelI
metalâ��organicIframeworkXIRSCeAdvancesVI2013VIaVI[d[c] 3.7 12

150 —elfWassemblyIofIamphiphilicIpeptideIRotSdvcy[chIcoarseWgrainedImolecularIdynamicsIsimulationXI
JournaleofePhysicaleChemistryeBVI2013VI[[eVIgdgZWf 3.4 31

149 odsorptionIofIq[â��qbIolcoholsIinI−eoliticIwmidazolateItrameworkWfhIsffectsIofItorceItieldsVIotomicI
qhargesVIandItrameworkItlexibilityXIJournaleofePhysicaleChemistryeCVI2013VI[[eVI]cd]fW]cdac 3.8 60

148 ogInanoprismsIwithIogâ��—IattachmentXIScientificeReportsVI2013VIaVI][ee 4.9 52

147 sngineeringInanostructuredImaterialsIforIsustainableIfutureXIAsiatPacificeJournaleofeChemicale
EngineeringVI2013VIfVI]ZaW]Zb 1.3

146  hermalIqonductivityIofI−eoliticIwmidazolateItrameworkWfhIoI†olecularI—imulationI—tudyXIJournale
ofePhysicaleChemistryeCVI2013VI[[eVI[fbb[W[fbbe 3.8 81

Jianwen Jiang
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145 wonicIziquidI†embranesI—upportedIbyIvydrophobicIandIvydrophilicI†etalâ��’rganicItrameworksIforI
q’]IqaptureXIJournaleofePhysicaleChemistryeCVI2013VI[[eVIceg]Wcegg 3.8 68

144 tunctionalizedImetalâ��organicIframeworkI†wzW[Z[IforIq’]IcapturehImultiWscaleImodelingIfromIabI
initioIcalculationIandImolecularIsimulationItoIbreakthroughIpredictionXICrystEngCommVI2013VI[cVI[Zacf 3.3 25

143 qelluloseIregenerationIfromIaIcelluloseYionicIliquidImixturehItheIroleIofIantiWsolventsXIRSCeAdvancesVI
2013VIaVI[]egb 3.7 52

142 q’]IcaptureIinIpolyRionicIliquidSImembraneshIatomisticIinsightIintoItheIroleIofIanionsXIPhysicale
ChemistryeChemicalePhysicsVI2013VI[cVIdc[Wf 3.6 47

141 ziquidIchromatographicIseparationIinImetalWorganicIframeworkI†wzW[Z[hIaImolecularIsimulationI
studyXILangmuirVI2013VI]gVI[dcZWd 4 16

140 —orptionWinducedIstructuralItransitionIofIzeoliticIimidazolateIframeworkWfhIaIhybridImolecularI
simulationIstudyXIJournaleofetheeAmericaneChemicaleSocietyVI2013VI[acVIae]]Wf 16.4 120

139 oIrationallyIdesignedInitrogenWrichImetalWorganicIframeworkIandIitsIexceptionallyIhighIq’R]SIandI
vR]SIuptakeIcapabilityXIScientificeReportsVI2013VIaVI[[bg 4.9 117

138 “ropyleneY“ropaneI—eparationIUsingI—iqvoXIIndustrialemamp;eEngineeringeChemistryeResearchVI2013VI
c]VIafeeWafg] 3.9 30

137 otomisticIinsightIintoImicroWphaseIseparationIandIgasIdiffusionIinI“s’â��“p ImultiblockIcopolymersXI
MoleculareSimulationVI2013VIagVIgZ]WgZe 2 2

136 †olecularIinsightIintoIcelluloseIregenerationIfromIaIcelluloseYionicIliquidImixturehIeffectsIofIwaterI
concentrationIandItemperatureXIRSCeAdvancesVI2013VIaVIbb]c 3.7 34

135 —elfWtemplatedIfreeWradicalIpolymerizationItoIformItacticIchainsIinIconfinedIenvironmentXIJournale
ofePhysicaleChemistryeBVI2013VI[[eVIef]dWa] 3.4 1

134 rendriticI“tâ��quIbimetallicInanocrystalsIwithIaIhighIelectrocatalyticIactivityItowardImethanolI
oxidationXIMaterialseChemistryeandePhysicsVI2012VI[a]VI]bbW]be 4.4 36

133 pvWsensitiveIdrugIloadingYreleasingIinIamphiphilicIcopolymerI“osW“suhIintegratingImolecularI
dynamicsIandIdissipativeIparticleIdynamicsIsimulationsXIJournaleofeControlledeReleaseVI2012VI[d]VI[fcWga 11.7 129

132 tluorinatedImetalWorganicIframeworkshIadvantageousIforIhigherIv]IandIq’]IadsorptionIorInotmXI
ChemistryeteAeEuropeaneJournalVI2012VI[fVIdffWgb 4.8 86

131 q’]IadsorptionIinImonoWVIdiWIandItrivalentIcationWexchangedImetalWorganicIframeworkshIaI
molecularIsimulationIstudyXILangmuirVI2012VI]fVIagZaW[Z 4 36

130 revelopmentIofIaIforceIfieldIforIzeoliticIimidazolateIframeworkWfIwithIstructuralIflexibilityXIJournale
ofeChemicalePhysicsVI2012VI[adVI]bbeZa 3.9 55

129 oIhomochiralImetalWorganicIframeworkImembraneIforIenantioselectiveIseparationXIChemicale
CommunicationsVI2012VIbfVIeZ]]Wb 5.8 116

128 wonIsxchangeIinI†etalâ��’rganicItrameworkIforIäaterI“urificationhIwnsightIfromI†olecularI
—imulationXIJournaleofePhysicaleChemistryeCVI2012VI[[dVIdg]cWdga[ 3.8 61

(2012-2013)
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127 †etalâ��’rganicItrameworkY“olymerI†ixedW†atrixI†embranesIforIv]Yq’]I—eparationhIoItullyI
otomisticI—imulationI—tudyXIJournaleofePhysicaleChemistryeCVI2012VI[[dVI[g]dfW[g]ee 3.8 63

126 qrowdingIeffectIonIr‘oImeltinghIaImolecularIthermodynamicImodelIwithIexplicitIsolventXIPhysicale
ChemistryeChemicalePhysicsVI2012VI[bVI[cbZZWc 3.6 8

125 –ecentIdevelopmentIofIinIsilicoImolecularImodelingIforIgasIandIliquidIseparationsIinImetalâ��organicI
frameworksXICurrenteOpinioneineChemicaleEngineeringVI2012VI[VI[afW[bb 5.4 17

124 –ecoveryIofIdimethylIsulfoxideIfromIaqueousIsolutionsIbyIhighlyIselectiveIadsorptionIinI
hydrophobicImetalWorganicIframeworksXILangmuirVI2012VI]fVI[caZcW[] 4 22

123 oIhighlyIpermeableIandIselectiveIzeoliticIimidazolateIframeworkI−wtWgcImembraneIforIv]Yq’]I
separationXIChemicaleCommunicationsVI2012VIbfVI[Zgf[Wa 5.8 174

122 †etalWorganicIframeworkIsupportedIionicIliquidImembranesIforIq’]IcapturehIanionIeffectsXI
PhysicaleChemistryeChemicalePhysicsVI2012VI[bVIcefcWgb 3.6 98

121 povineIpancreaticItrypsinIinhibitorIcrystalsIwithIdifferentImorphologieshIaImolecularIdynamicsI
simulationIstudyXIMoleculareSimulationVI2012VIafVI[[]W[[f 2 0

120 ominoIfunctionalizedIzeoliticItetrazolateIframeworkIR− tSIwithIhighIcapacityIforIstorageIofIcarbonI
dioxideXIChemicaleCommunicationsVI2011VIbeVI]Z[[Wa 5.8 204

119
uasI“ermeationIandI—eparationIinItunctionalizedI“olymersIofIwntrinsicI†icroporosityhIoI
qombinationIofI†olecularI—imulationsIandIobIwnitioIqalculationsXIJournaleofePhysicaleChemistryeCVI
2011VI[[cVI[b[]aW[b[aZ

3.8 51

118
†olecularIsimulationsIforIenergyVIenvironmentalIandIpharmaceuticalIapplicationsIofInanoporousI
materialshIfromIzeolitesVImetalWorganicIframeworksItoIproteinIcrystalsXIChemicaleSocietyeReviewsVI
2011VIbZVIacggWd[]

58.5 113

117 −eoliticIimidazolateIframeworkWfIasIaIreverseIosmosisImembraneIforIwaterIdesalinationhIinsightI
fromImolecularIsimulationXIJournaleofeChemicalePhysicsVI2011VI[abVI[abeZc 3.9 153

116 sffectsIofIpolydisperseIcrowdersIonIaggregationIreactionshIaImolecularIthermodynamicIanalysisXI
JournaleofeChemicalePhysicsVI2011VI[abVIZdbeZb 3.9 8

115 wonicIziquidY†etalâ��’rganicItrameworkIqompositeIforIq’]IqapturehIoIqomputationalIwnvestigationXI
JournaleofePhysicaleChemistryeCVI2011VI[[cVI][eadW][eb] 3.8 99

114 —tructuralIwsomerismIandIsffectIofItluorinationIonIuasIodsorptionIinIqopperW etrazolateIpasedI
†etalI’rganicItrameworksXIChemistryeofeMaterialsVI2011VI]aVI]gZfW]g[d 9.6 73

113 —ynthesisIandIqapacitiveI“ropertiesIofI†anganeseI’xideI‘anosheetsIrispersedIonItunctionalizedI
urapheneI—heetsXIJournaleofePhysicaleChemistryeCVI2011VI[[cVIdbbfWdbcb 3.8 332

112 oIhighWperformanceIasymmetricIsupercapacitorIfabricatedIwithIgrapheneWbasedIelectrodesXIEnergye
andeEnvironmentaleScienceVI2011VIbVIbZZg 35.4 666

111 †echanisticIunderstandingIofIinteractionsIbetweenIcelluloseIandIionicIliquidshIoImolecularI
simulationIstudyXIPolymerVI2011VIc]VIcgZbWcg[[ 3.9 43

110
sxperimentalIandIcomputationalIapproachIofIunderstandingItheIgasIadsorptionIinIaminoI
functionalizedIinterpenetratedImetalIorganicIframeworksIR†’tsSXIJournaleofeMaterialseChemistryVI
2011VI][VI[eeae

48

Jianwen Jiang
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109 r‘oImeltingIinIslitIporeshIaIreactionIdensityIfunctionalItheoryXIJournaleofePhysicaleChemistryeBVI2011
VI[[cVI[fbfWcc 3.4 4

108 sffectsIofI–esidualI—olventIonI†embraneI—tructureIandIuasI“ermeationIinIaI“olymerIofIwntrinsicI
†icroporosityhIwnsightIfromIotomisticI—imulationXIJournaleofePhysicaleChemistryeCVI2011VI[[cVI[[]aaW[[]ag3.8 28

107 qorrespondingI—tatesI heoryIforItheItreezingIofIwonicIziquidsXIIndustrialemamp;eEngineeringe
ChemistryeResearchVI2011VIcZVI]abW]af 3.9 2

106
qationIqharacterizationIandIq’]qaptureIinIziUWsxchangedI†etalâ��’rganicItrameworkshItromI
tirstW“rinciplesI†odelingItoI†olecularI—imulationâ� XIIndustrialemamp;eEngineeringeChemistryeResearchVI
2011VIcZVId]Wdf

3.9 41

105 piofuelIpurificationIbyIpervaporationIandIvaporIpermeationIinImetalâ��organicIframeworkshIaI
computationalIstudyXIEnergyeandeEnvironmentaleScienceVI2011VIbVI][Ze 35.4 43

104 onIexperimentalIevaluationIandImolecularIsimulationIofIhighItemperatureIgasIadsorptionIonI
nanoporousIcarbonXICarbonVI2011VIbgVI[[eW[]c 10.4 21

103 snantioselectiveIadsorptionIandIdiffusionIofI—WY–WglycidolIinIhomochiralIzeoliteshIoImolecularI
simulationIstudyXIJournaleofeMembraneeScienceVI2011VIadeVIdaWeZ 9.6 16

102
qharacterizationIofIhexavalentIchromiumIinteractionIwithI—argassumIbyIüWrayIabsorptionIfineI
structureIspectroscopyVIüWrayIphotoelectronIspectroscopyVIandIquantumIchemistryIcalculationXI
JournaleofeColloideandeInterfaceeScienceVI2011VIacdVIeb[Wf

9.3 31

101 —ynthesisVIcharacterizationIandIcapacitiveIperformanceIofIhydrousImanganeseIdioxideI
nanostructuresXINanotechnologyVI2011VI]]VI[]ceZa 3.4 36

100 oIdensityIfunctionalItheoryIforI₂ukawaIchainIfluidsIinIaInanoslitXIMoleculareSimulationVI2010VIadVI]g[WaZ[2 2

99 —ynthesisIandIcapacitiveIpropertiesIofIcarbonaceousIspheren†n’]IrattleWtypeIhollowIstructuresXI
JournaleofeMaterialseResearchVI2010VI]cVI[bedW[bfb 2.5 18

98
oIvighlyIvydrophobicI†etalâ��’rganicItrameworkI−nRprqSR srSZXcIforIodsorptionIandI—eparationI
ofIqva’vYv]’IandIq’]YqvbhIonIwntegratedIsxperimentalIandI—imulationI—tudyXIJournaleofe
PhysicaleChemistryeCVI2010VI[[bVIddZ]WddZg

3.8 90

97 †olecularIqomputationsIofIodsorptionIinI‘anoporousI†aterialsI2010VIdgW[ZZ 2

96 q’]WinducedImicrostructureItransitionIofIsurfactantIinIaqueousIsolutionhIinsightIfromImolecularI
dynamicsIsimulationXIJournaleofePhysicaleChemistryeBVI2010VI[[bVIdabbWg 3.4 10

95  emplateI—ynthesisIofI ubularI–utheniumI’xidesIforI—upercapacitorIopplicationsXIJournaleofe
PhysicaleChemistryeCVI2010VI[[bVI[adZfW[ad[a 3.8 121

94 †olecularIthermodynamicImodelIforIr‘oImeltingIinIionicIandIcrowdedIsolutionsXIJournaleofe
PhysicaleChemistryeBVI2010VI[[bVIggZcW[[ 3.4 7

93 “olymersIofIintrinsicImicroporosityIforIgasIpermeationhIaImolecularIsimulationIstudyXIMoleculare
SimulationVI2010VIadVIgg]W[ZZa 2 40

92 †olecularIUnderstandingIforItheIodsorptionIofIäaterIandIolcoholsIinIvydrophilicIandIvydrophobicI
−eoliticI†etalâ��’rganicItrameworksXIJournaleofePhysicaleChemistryeCVI2010VI[[bVI[[cb]W[[ccZ 3.8 99

(2010-2011)
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91 rensityIfunctionalItheoryIforIadsorptionIofIgasImixturesIinImetalWorganicIframeworksXIJournaleofe
PhysicaleChemistryeBVI2010VI[[bVI]f]ZWe 3.4 56

90 †etalWorganicIframeworkI†wzW[Z[IforIadsorptionIandIeffectIofIterminalIwaterImoleculeshIfromI
quantumImechanicsItoImolecularIsimulationXILangmuirVI2010VI]dVIfebaWcZ 4 102

89 ossessmentIofIbiomolecularIforceIfieldsIforImolecularIdynamicsIsimulationsIinIaIproteinIcrystalXI
JournaleofeComputationaleChemistryVI2010VIa[VIae[WfZ 3.5 30

88 vighlyIporousIionicIrhtImetalWorganicIframeworkIforIv]IandIq’]IstorageIandIseparationhIaI
molecularIsimulationIstudyXILangmuirVI2010VI]dVI[[[gdW]Za 4 71

87 oIbioWmetalWorganicIframeworkIforIhighlyIselectiveIq’R]SIcapturehIoImolecularIsimulationIstudyXI
ChemSusChemVI2010VIaVIgf]Wf 8.3 88

86 †olecularIdynamicsIandIdissipativeIparticleIdynamicsIsimulationsIforItheImiscibilityIofI
polyRethyleneIoxideSYpolyRvinylIchlorideSIblendsXIPolymerVI2010VIc[VI]g[W]gg 3.9 138

85 †echanisticIunderstandingIofIq’]WinducedIplasticizationIofIaIpolyimideImembranehIoIcombinationI
ofIexperimentIandIsimulationIstudyXIPolymerVI2010VIc[VIbbagWbbbe 3.9 54

84 qhargedIsocImetalWorganicIframeworkIforIhighWefficacyIv]IadsorptionIandIsyngasIpurificationhI
otomisticIsimulationIstudyXIAICHEeJournalVI2009VIccVI]b]]W]ba] 3.6 52

83
–eplyItoIcommentIonIâ��sxplorationIofIheavyImetalIionsItransmembraneIfluxIenhancementIacrossIaI
supportedIliquidImembraneIbyIappropriateIcarrierIselectionâ��I[qhemicalI—cienceIsngineeringId]I
R]ZZeSIdZa]â��dZag]XIChemicaleEngineeringeScienceVI2009VIdbVId[a

4.4

82 sxchangeIofIheavyImetalIionsIinItitanosilicateI‘aWs —W[ZImembraneIfromImolecularIdynamicsI
simulationsXIJournaleofeMembraneeScienceVI2009VIaacVIfgWgc 9.6 13

81
–eplyItoItheI–ebuttalIâ��–ebuttalItoItheI–eplyItoIcommentIonIâ��sxplorationIofIheavyImetalIionsI
transmembraneIfluxIenhancementIacrossIaIsupportedIliquidImembraneIbyIappropriateIcarrierI
selectionâ��â��I[qhemXIsngXI—ciXId]IR]ZZeSIdZa]â��dZag]XIChemicaleEngineeringeScienceVI2009VIdbVId[d

4.4

80 —eparationIofIaminoIacidsIinIglucoseIisomeraseIcrystalhIinsightIfromImolecularIdynamicsI
simulationsXIJournaleofeChromatographyeAVI2009VI[][dVIc[]]Wg 4.5 11

79 revelopmentIofIaIdensityIfunctionalItheoryIinIthreeWdimensionalInanoconfinedIspacehIv]IstorageI
inImetalWorganicIframeworksXIJournaleofePhysicaleChemistryeBVI2009VI[[aVI[]a]dWa[ 3.4 46

78 qhiralIseparationIofIracemicIphenylglycinesIinIthermolysinIcrystalhIaImolecularIsimulationIstudyXI
JournaleofePhysicaleChemistryeBVI2009VI[[aVI[cfc[We 3.4 12

77 otomisticIinsightIintoIadsorptionVImobilityVIandIvibrationIofIwaterIinIionWexchangedIzeoliteWlikeI
metalWorganicIframeworksXIACSeNanoVI2009VIaVI]cdaWe] 16.7 26

76 †olecularIinsightIintoIadsorptionIandIdiffusionIofIalkaneIisomerImixturesIinImetalWorganicI
frameworksXIJournaleofePhysicaleChemistryeBVI2009VI[[aVIg[]gWad 3.4 47

75 torceIfieldIforImolecularIdynamicsIstudiesIofIglycineYwaterImixturesIinIcrystalYsolutionI
environmentsXIJournaleofePhysicaleChemistryeBVI2009VI[[aVIec]Wf 3.4 17

74 UnprecedentedlyIhighIselectiveIadsorptionIofIgasImixturesIinIrhoIzeoliteWlikeImetalWorganicI
frameworkhIaImolecularIsimulationIstudyXIJournaleofetheeAmericaneChemicaleSocietyVI2009VI[a[VI[[b[eW]c 16.4 196

Jianwen Jiang
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73 UnravelingItheIsnergeticsIandIrynamicsIofIwbuprofenIinI†esoporousI†etalâ��’rganicItrameworksXI
JournaleofePhysicaleChemistryeCVI2009VI[[aVI[f]feW[f]g[ 3.8 77

72 †olecularIsimulationsIforIadsorptiveIseparationIofIq’]YqvbImixtureIinImetalWexposedVIcatenatedVI
andIchargedImetalWorganicIframeworksXILangmuirVI2009VI]cVIc]agWbe 4 126

71 UpgradeIofInaturalIgasIinIrhozeoliteWlikeImetalâ��organicIframeworkIandIeffectIofIwaterhIaI
computationalIstudyXIEnergyeandeEnvironmentaleScienceVI2009VI]VI[Zff 35.4 64

70 oInewIlatticeIdensityIfunctionalItheoryIforIpolymerIadsorptionIatIsolidWliquidIinterfaceXIJournaleofe
ChemicalePhysicsVI2009VI[a[VIZbbe[Z 3.9 10

69 †olecularIscreeningIofImetalWorganicIframeworksIforIq’]IstorageXILangmuirVI2008VI]bVId]eZWf 4 221

68 slectrophoresisIinIproteinIcrystalhInonequilibriumImolecularIdynamicsIsimulationsXIBiophysicale
JournalVI2008VIgcVIb[bfWcd 2.9 13

67 sxceptionallyIhighIq’]storageIinIcovalentWorganicIframeworkshIotomisticIsimulationIstudyXIEnergye
andeEnvironmentaleScienceVI2008VI[VI[ag 35.4 111

66 riffusionIandIseparationIofIq’]IandIqvbIinIsilicaliteVIq[dfIschwarziteVIandIw–†’tW[hIaIcomparativeI
studyIfromImolecularIdynamicsIsimulationXILangmuirVI2008VI]bVIcbebWfb 4 125

65 odsorptionIofIcopolymersIinIaIselectiveInanoslithIaIhybridIdensityIfunctionalItheoryXIJournaleofe
PhysicaleChemistryeBVI2008VI[[]VIgcdfWea 3.4 10

64 †olecularIdynamicsIsimulationsIforIwaterIandIionsIinIproteinIcrystalsXILangmuirVI2008VI]bVIb][cW]a 4 34

63 qomputerI—imulationIforIodsorptionIofIq’I]VI‘I]IandItlueIuasIinIaI†imeticI†q†Wb[XIJournaleofe
PhysicaleChemistryeCVI2008VI[[]VI[[]gcW[[aZZ 3.8 50

62 †olecularIwnterplayIofIqationsIandI‘onpolarY“olarI—orbatesIinI itanosilicateIs —W[ZXIJournaleofe
PhysicaleChemistryeCVI2008VI[[]VI[]fd[W[]fdf 3.8 7

61 –oleIofIsolventIinIproteinIphaseIbehaviorhIwnfluenceIofItemperatureIdependentIpotentialXIJournale
ofeChemicalePhysicsVI2008VI[]fVI]ac[Zb 3.9 11

60 äaterIinIhydratedIorthorhombicIlysozymeIcrystalhIwnsightIfromIatomisticIsimulationsXIJournaleofe
ChemicalePhysicsVI2008VI[]gVIZec[Zc 3.9 9

59 “olymerWinducedIphaseIseparationIandIcrystallizationIinIimmunoglobulinIuIsolutionsXIJournaleofe
ChemicalePhysicsVI2008VI[]fVI]Zc[Zc 3.9 11

58 tlowWwnducedI†orphologiesIofIriblockIqopolymersIinIaI‘anotubeI—tudiedIbyIrissipativeI“articleI
rynamicsI—imulationXIMacromoleculareTheoryeandeSimulationsVI2008VI[eVI[daW[eZ 1.5 9

57 †echanisticIinsightIintoItheIbiologicalInanoporeIinItetragonalIlysozymeIcrystalXIJournaleofe
MembraneeScienceVI2008VIa]bVI[g]W[ge 9.6 15

56 ossemblyIofIcopolymerIblendIonInanopatternedIsurfaceshIaImolecularIsimulationIstudyXILangmuirVI
2007VI]aVI[[[[]Wg 4 18

(2007-2009)
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55 vybridIdensityIfunctionalItheoryIforIhomopolymerImixturesIconfinedIinIaIselectiveInanoslitXI
JournaleofePhysicaleChemistryeBVI2007VI[[[VIcg]eWaa 3.4 21

54 –ecognitionIofImultiblockIcopolymersIonInanopatternedIsurfaceshIinsightIfromImolecularI
simulationsXILangmuirVI2007VI]aVI]baZWd 4 21

53 sffectsIofImacromolecularIcrowdingIonIbiochemicalIreactionIequilibriahIaImolecularI
thermodynamicIperspectiveXIBiophysicaleJournalVI2007VIgaVI[bdbWea 2.9 26

52 —torageIandIseparationIofIq’]IandIqvbIinIsilicaliteVIq[dfIschwarziteVIandIw–†’tW[hIaIcomparativeI
studyIfromI†onteIqarloIsimulationXILangmuirVI2007VI]aVIdcgWdd 4 358

51 —altIeffectIonItheIinteractionsIbetweenIgeminiIsurfactantIandIoppositelyIchargedIpolyelectrolyteI
inIaqueousIsolutionXIJournaleofeColloideandeInterfaceeScienceVI2007VIaZdVIbZcW[Z 9.3 26

50 squationIofI—tateIqoupledIwithI—caledI“articleI heoryIforI—urfaceI ensionsIofIziquidI†ixturesXI
Industrialemamp;eEngineeringeChemistryeResearchVI2007VIbdVIe]deWe]eb 3.9 8

49 sxplorationIofIheavyImetalIionsItransmembraneIfluxIenhancementIacrossIaIsupportedIliquidI
membraneIbyIappropriateIcarrierIselectionXIChemicaleEngineeringeScienceVI2007VId]VIdZa]WdZag 4.4 26

48 onalogyIinItheIadsorptionIofIrandomIcopolymersIandIhomopolymersIatIsolidWliquidIinterfacehIaI
†onteIqarloIsimulationIstudyXIJournaleofeChemicalePhysicsVI2007VI[]dVIZgbgZc 3.9 7

47 rensityIfunctionalItheoryIforIcopolymersIconfinedIinIaInanoslitXIJournaleofeChemicalePhysicsVI2007VI
[]dVI[abgZa 3.9 16

46 squationIofI—tateIforItheIVaporâ��ziquidIsquilibriaIofIpinaryI—ystemsIqontainingIwmidazoliumWpasedI
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