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334 satingHeffectHforHgasHadsorptionHinHmicroporousHmaterialsUmechanismsHandHapplicationsVVHChemicald
SocietydReviewsTH2022TH 58.5 5

333 unHsilicoHdesignHofHmicroporousHpolymersHforHchemicalHseparationsHandHstorageVHCurrentdOpiniondind
ChemicaldEngineeringTH2022TH[bTHYXXcea 5.4 1

332 ”ealizingHtheHdataUdrivenTHcomputationalHdiscoveryHofHmetalUorganicHframeworkHcatalystsVHCurrentd
OpiniondindChemicaldEngineeringTH2022TH[aTHYXXcbX 5.4 2

331 qxploringHmechanisticHroutesHforHlightHalkaneHoxidationHwithHanHironUtriazolateHmetalUorganicH
frameworkVVHPhysicaldChemistrydChemicaldPhysicsTH2022TH 3.6 1

330
oreatingHOptimalH’ocketsHinHaHolathrochelateUnasedHyetalUOrganicHrrameworkHforHsasHmdsorptionH
andH–eparationfHqxperimentalHandHoomputationalH–tudiesVVHJournaldofdthedAmericandChemicaldSociety
TH2022TH

16.4 9

329 unsightsHintoHyassH ransferHnarriersHinHyetalâ��OrganicHrrameworksVHChemistrydofdMaterialsTH2022TH[]TH]Y[]U]Y]Y9.6 2

328 rineU uningHaH”obustHyetalUOrganicHrrameworkHtowardHqnhancedHoleanHqnergyHsasH–torageVH
JournaldofdthedAmericandChemicaldSocietyTH2021THY][THYdd[dUYdd][ 16.4 14

327 rastHandHmccurateHyachineHxearningH–trategyHforHoalculatingH’artialHmtomicHohargesHinH
yetalUOrganicHrrameworksVHJournaldofdChemicaldTheorydanddComputationTH2021THYcTH[XaZU[Xb] 6.4 15

326 oonnectingHtheoryHandHsimulationHwithHexperimentHforHtheHstudyHofHdiffusionHinHnanoporousHsolidsVH
AdsorptionTH2021THZcTHbd[UcbX 2.6 25

325 mmmoniaHoaptureHwithinHZirconiumHyetalUOrganicHrrameworksfH”eversibleHandHurreversibleHUptakeVH
ACSdApplieddMaterialsdlamp;dInterfacesTH2021THY[THZXXdYUZXXe[ 9.5 15

324 ZirconiumHyetalUOrganicHrrameworksHuntegratingHohlorideHuonsHforHmmmoniaHoaptureHandWorH
ohemicalH–eparationVHACSdApplieddMaterialsdlamp;dInterfacesTH2021THY[THZZ]daUZZ]e] 9.5 10

323 yachineHlearningHtheHquantumUchemicalHpropertiesHofHmetalâ��organicHframeworksHforHacceleratedH
materialsHdiscoveryVHMatterTH2021TH]THYacdUYaec 12.7 43

322 unsightsHintoHoatalyticHtydrolysisHofHOrganophosphonatesHatHyUOtH–itesHofHmzolateUnasedHyetalH
OrganicHrrameworksVHJournaldofdthedAmericandChemicaldSocietyTH2021THY][THede[UeeXX 16.4 10

321 –electiveH’hotodimerizationHinHaHoyclodextrinHyetalUOrganicHrrameworkVHJournaldofdthedAmericand
ChemicaldSocietyTH2021THY][THeYZeUeY[e 16.4 9

320 yolecularHfingerprintHandHmachineHlearningHtoHaccelerateHdesignHofHhighUperformanceHhomochiralH
metalâ��organicHframeworksVHAICHEdJournalTH2021THbcTHeYc[aZ 3.6 2

319
yachineHlearningHusingHhostWguestHenergyHhistogramsHtoHpredictHadsorptionHinHmetalUorganicH
frameworksfHmpplicationHtoHshortHalkanesHandHüeWwrHmixturesVHJournaldofdChemicaldPhysicsTH2021TH
YaaTHXY]cXY

3.9 6

318 yolecularH–imulationsHofHmdsorptionHandHpiffusionHinHorystallineHzanoporousHyaterialsH2021THYeeU[Ye 0
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317 zanoconfinementHandHmassHtransportHinHmetalUorganicHframeworksVHChemicaldSocietydReviewsTH2021
THaXTHYYa[XUYYaad 58.5 11

316 unverseHdesignHofHnanoporousHcrystallineHreticularHmaterialsHwithHdeepHgenerativeHmodelsVHNatured
MachinedIntelligenceTH2021TH[THcbUdb 22.5 58

315 yolecularH–itingHofHoYâ��obHnUmlkanesHinHZurU]fHmHtybridHyonteHoarloH–tudyVHJournaldofdPhysicald
ChemistrydCTH2021THYZaTHYbZabUYbZbc 3.8

314 ringerprintingHdiverseHnanoporousHmaterialsHforHoptimalHhydrogenHstorageHconditionsHusingH
metaUlearningVHSciencedAdvancesTH2021THcTH 14.3 8

313 mrtHofHmrchitecturefHqfficientH ransportHthroughH–olventUrilledHyetalâ��OrganicHrrameworksH
”egulatedHbyH opologyVHChemistrydofdMaterialsTH2021TH[[THbd[ZUbd]X 9.6 3

312  ransportHpiffusionHofHxinearHmlkanesHPoUoQHthroughH hinHrilmsHofHZurUdHasHmssessedHbyH“uartzH
orystalHyicrogravimetryVHLangmuirTH2021TH[cTHe]XaUe]Y] 4 2

311 qxploringHtheH unabilityHofH rimetallicHyOrHzodesHforH’artialHOxidationHofHyethaneHtoHyethanolVH
ACSdApplieddMaterialsdlamp;dInterfacesTH2020THYZTHZdZYcUZdZ[Y 9.5 27

310  opologicalHeffectsHonHseparationHofHalkaneHisomersHinHmetalâ��organicHframeworksVHFluiddPhased
EquilibriaTH2020THaYeTHYYZb]Z 2.5 5

309 oomparingHssmTHssmSUTHandHmetaUssmHfunctionalsHforHredoxUdependentHbindingHatHopenHmetalH
sitesHinHmetalUorganicHframeworksVHJournaldofdChemicaldPhysicsTH2020THYaZTHZZ]YXY 3.9 8

308 –tructureHandHactivityHofHmixedHöOxUoeOZHdomainsHsupportedHonHaluminaHinHcyclohexaneHoxidativeH
dehydrogenationVHJournaldofdCatalysisTH2020TH[d]THY]cUYad 7.3 8

307
tighUöalentHyetalUOxoH–peciesHatHtheHzodesHofHyetalU riazolateHrrameworksfH heHqffectsHofHxigandH
qxchangeHandH woU–tateH”eactivityHforHoUtHnondHmctivationVHAngewandtedChemiedsdInternationald
EditionTH2020THaeTHYe]e]UYeaXZ

16.4 8

306
tighUöalentHyetalâ��OxoH–peciesHatHtheHzodesHofHyetalâ�� riazolateHrrameworksfH heHqffectsHofH
xigandHqxchangeHandH woU–tateH”eactivityHforHoâ��tHnondHmctivationVHAngewandtedChemieTH2020TH
Y[ZTHYebbZUYebcX

3.6 6

305 ’rocessUlevelHmodellingHandHoptimizationHtoHevaluateHmetalâ��organicHframeworksHforH
postUcombustionHcaptureHofHoOZVHMoleculardSystemsdDesigndanddEngineeringTH2020THaTHYZXaUYZYd 4.6 17

304 usothermalH itrationHoalorimetryHtoHqxploreHtheH’arameterH–paceHofHOrganophosphorusH
mgrochemicalHmdsorptionHinHyOrsVHJournaldofdthedAmericandChemicaldSocietyTH2020THY]ZTHYZ[acUYZ[bb 16.4 26

303
 uningHtheH”edoxHmctivityHofHyetalUOrganicHrrameworksHforHqnhancedTH–electiveHOHnindingfHpesignH
”ulesHandHmmbientH emperatureHOHohemisorptionHinHaHoobaltU riazolateHrrameworkVHJournaldofdthed
AmericandChemicaldSocietyTH2020THY]ZTH][YcU][Zd

16.4 36

302 UltrastableHyesoporousHtydrogenUnondedHOrganicHrrameworkUnasedHriberHoompositesHtowardH
yustardHsasHpetoxificationVHCelldReportsdPhysicaldScienceTH2020THYTHYXXXZ] 6.1 36

301 UnderstandingHtheHxoadingHpependenceHofHmdsorbateHpiffusivitiesHinHtierarchicalHyetalUOrganicH
rrameworksVHLangmuirTH2020TH[bTHY[cZUY[cd 4 15

300 –ingleUorystalH’olycationicH’olymersHObtainedHbyH–ingleUorystalUtoU–ingleUorystalH
’hotopolymerizationVHJournaldofdthedAmericandChemicaldSocietyTH2020THY]ZTHbYdXUbYdc 16.4 18

(2020-2021)

3



299 pr H–tudyHonHtheHoatalyticHmctivityHofHmxpUsrownHpiironHOxideHzanoclustersHforH’artialHOxidationH
ofHyethaneHtoHyethanolVHJournaldofdPhysicaldChemistrydATH2020THYZ]THYadXUYaeZ 2.8 0

298 oomputationalH’redictionsHandHqxperimentalHöalidationHofHmlkaneHOxidativeHpehydrogenationHbyH
reZyHyOrHzodesVHACSdCatalysisTH2020THYXTHY]bXUY]be 13.1 27

297 unsightsHintoHoatalyticHsasU’haseHtydrolysisHofHOrganophosphateHohemicalHøarfareHmgentsHbyH
yOrU–upportedHnimetallicHyetalUOxoHolustersVHACSdApplieddMaterialsdlamp;dInterfacesTH2020THYZTHY]b[YUY]b]X9.5 12

296 oomputationalH–creeningHofHyetalâ��OrganicHrrameworkU–upportedH–ingleUmtomH ransitionUyetalH
oatalystsHforHtheHsasU’haseHtydrolysisHofHzerveHmgentsVHACSdCatalysisTH2020THYXTHY[YXUY[Z[ 13.1 25

295
qxploringHtheHqffectsHofHzodeH opologyTHoonnectivityTHandHyetalHudentityHonHtheHnindingHofHzerveH
mgentsHandH heirHtydrolysisH’roductsHinHyetalUOrganicHrrameworksVHACSdApplieddMaterialsdlamp;d
InterfacesTH2020THYZTH[abacU[abca

9.5 10

294  opologyUpependentHmlkaneHpiffusionHinHZirconiumHyetalUOrganicHrrameworksVHACSdAppliedd
Materialsdlamp;dInterfacesTH2020THYZTHabX]eUabXae 9.5 9

293 ZrbOdHzodeUoatalyzedHnuteneHtydrogenationHandHusomerizationHinHtheHyetalâ��OrganicHrrameworkH
zUUYXXXVHACSdCatalysisTH2020THYXTHY]eaeUY]ecX 13.1 9

292 poHunternalHandHqxternalH–urfacesHofHyetalUOrganicHrrameworksHtaveHtheH–ameHtydrophobicitykH
unsightsHfromHyolecularH–imulationsVHLangmuirTH2020TH[bTHY[XcXUY[Xcd 4 4

291 unvestigatingHtheH’rocessHandHyechanismHofHyolecularH ransportHwithinHaH”epresentativeH
–olventUrilledHyetalUOrganicHrrameworkVHLangmuirTH2020TH[bTHYXda[UYXdae 4 10

290 –upramolecularH’orousHmssembliesHofHmtomicallyH’reciseHoatalyticallyHmctiveHoeriumUnasedH
olustersVHChemistrydofdMaterialsTH2020TH[ZTHdaZZUdaZe 9.6 10

289  uningHtheHmtrazineHnindingH–itesHinHanHundiumUnasedHrlexibleHyetalUOrganicHrrameworkVHACSd
ApplieddMaterialsdlamp;dInterfacesTH2020THYZTH]]cbZU]]cbd 9.5 9

288
’redictionHofHhydrogenHadsorptionHinHnanoporousHmaterialsHfromHtheHenergyHdistributionHofH
adsorptionHsitesRRH heHisothermHpredictionHalgorithmHpresentedHinHthisHresearchHalongHwithHsomeH
additionalHfunctionalityHisHpackagedHasHaHpythonHsoftwareH’ythonHusothermH’redictionHP’yuso’QHforH
easyHuseHandHisHavailableHonHtheH–nurrHsroupHsittubHhttpsfWWgithubVcomWsnurrUgroupVöiewHallHnotesVH
MoleculardPhysicsTH2019THYYcTH[bd[U[be]

1.7 12

287 umpactHofHtZOHandHoOZHonHmethaneHstorageHinHmetalâ��organicHframeworksVHAdsorptionTH2019THZaTHYb[[UYb]Z2.6 6

286 udentificationH–chemesHforHyetalâ��OrganicHrrameworksH oHqnableH”apidH–earchHandH
oheminformaticsHmnalysisVHCrystaldGrowthdanddDesignTH2019THYeTHbbdZUbbec 3.5 59

285
YYXthHmnniversaryfH–urrogateHyodelsHnasedHonHmrtificialHzeuralHzetworksH oH–imulateHandH
OptimizeH’ressureH–wingHmdsorptionHoyclesHforHoOZHoaptureVHIndustrialdlamp;dEngineeringd
ChemistrydResearchTH2019THadTHYdZ]YUYdZaZ

3.9 32

284 qnergyUbasedHdescriptorsHtoHrapidlyHpredictHhydrogenHstorageHinHmetalâ��organicHframeworksVH
MoleculardSystemsdDesigndanddEngineeringTH2019TH]THYbZUYc] 4.6 100

283 ZirconiumUnasedHyetalUOrganicHrrameworksHforHtheH”emovalHofH’roteinUnoundHUremicH oxinHfromH
tumanH–erumHmlbuminVHJournaldofdthedAmericandChemicaldSocietyTH2019THY]YTHZabdUZacb 16.4 63

282
qlucidatingHtheHmechanismHofHtheHUiOUbbUcatalyzedHsulfideHoxidationfHactivityHandHselectivityH
enhancementsHthroughHchangesHinHtheHnodeHcoordinationHenvironmentHandHsolventVHCatalysisd
SciencedanddTechnologyTH2019THeTH[ZcU[[a

5.5 27
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281 pevelopmentHofHaHseneralHqvaluationHyetricHforH”apidH–creeningHofHmdsorbentHyaterialsHforH
’ostcombustionHoOZHoaptureVHACSdSustainabledChemistrydanddEngineeringTH2019THcTHYYaZeUYYa[e 8.3 48

280 unvestigationHofHtheHtydrophobicHzatureHofHyetalHOxideH–urfacesHoreatedHbyHmtomicHxayerH
pepositionVHLangmuirTH2019TH[aTHacbZUacbe 4 16

279 –tructureâ��mctivityH”elationshipsH hatHudentifyHyetalâ��OrganicHrrameworkHoatalystsHforHyethaneH
mctivationVHACSdCatalysisTH2019THeTH[acbU[adc 13.1 63

278 yolecularHmodellingHandHmachineHlearningHforHhighUthroughputHscreeningHofHmetalUorganicH
frameworksHforHhydrogenHstorageVHMoleculardSimulationTH2019TH]aTHYXbeUYXdY 2 35

277  heHeffectHofHcoUadsorbedHsolventHmoleculesHonHtHbindingHtoHmetalHalkoxidesVHPhysicaldChemistryd
ChemicaldPhysicsTH2019THZYTHeZYdUeZZ] 3.6 0

276 –creeningHforHumprovedHzerveHmgentH–imulantsHandHunsightsHintoHOrganophosphateHtydrolysisH
”eactionsHfromHpr HandH“–m”HyodelingVHChemistrydsdAdEuropeandJournalTH2019THZaTHeZYcUeZZe 4.8 20

275  owardHpesignH”ulesHofHyetalâ��OrganicHrrameworksHforHmdsorptionHooolingfHqffectHofH opologyHonH
theHqthanolHøorkingHoapacityVHChemistrydofdMaterialsTH2019TH[YTHZcXZUZcXb 9.6 19

274 unterplayHofHxewisHandHnrˆ‚nstedHmcidH–itesHinHZrUnasedHyetalUOrganicHrrameworksHforHqfficientH
qsterificationHofHniomassUperivedHxevulinicHmcidVHACSdApplieddMaterialsdlamp;dInterfacesTH2019THYYTH[ZXeXU[ZXeb9.5 25

273 mHtierarchicalHzanoporousHpiamondoidH–uperstructureVHCheMTH2019THaTHZ[a[UZ[b] 16.2 12

272 utâ��sHanHunterestingHyOrTHbutHusHutH–tablekVHMatterTH2019THYTHZbUZc 12.7 3

271
oomputationalHscreeningTHsynthesisHandHtestingHofHmetalâ��organicHframeworksHwithHaHbithiazoleH
linkerHforHcarbonHdioxideHcaptureHandHitsHgreenHconversionHintoHcyclicHcarbonatesVHMoleculardSystemsd
DesigndanddEngineeringTH2019TH]THYXXXUYXY[

4.6 14

270
tighH’ropaneHandHusobutaneHmdsorptionHooolingHoapacitiesHinHZirconiumUnasedHyetalâ��OrganicH
rrameworksH’redictedHbyHyolecularH–imulationsVHACSdSustainabledChemistrydanddEngineeringTH2019TH
cTHYdZ]ZUYdZ]b

8.3 9

269 mdvancesTHUpdatesTHandHmnalyticsHforHtheHoomputationU”eadyTHqxperimentalHyetalâ��OrganicH
rrameworkHpatabasefHoo”qHyOrHZXYeVHJournaldofdChemicaldlamp;dEngineeringdDataTH2019THb]THaedaUaeed2.8 183

268 unteractionsHofHöOxH–peciesHwithHmmorphousH iOZHpomainsHonHmxpUperivedHmluminaU–upportedH
yaterialsVHJournaldofdPhysicaldChemistrydCTH2019THYZ[THceddUceee 3.8 7

267 udentifyingHpromisingHmetalUorganicHframeworksHforHheterogeneousHcatalysisHviaHhighUthroughputH
periodicHdensityHfunctionalHtheoryVHJournaldofdComputationaldChemistryTH2019TH]XTHY[XaUY[Yd 3.5 51

266 oatalyticHdescriptorsHandHelectronicHpropertiesHofHsingleUsiteHcatalystsHforHetheneHdimerizationHtoH
YUbuteneVHCatalysisdTodayTH2018TH[YZTHY]eUYac 5.3 11

265  unableHorystallinityHandHohargeH ransferHinH woUpimensionalHsU“uadruplexHOrganicHrrameworksVH
AngewandtedChemieTH2018THY[XTH]X]eU]Xa[ 3.6 7

264  heoreticalHinsightsHintoHdirectHmethaneHtoHmethanolHconversionHoverHsupportedHdicopperHoxoH
nanoclustersVHCatalysisdTodayTH2018TH[YZTHZUe 5.3 16

(2018-2019)
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263 oomputerUaidedHdiscoveryHofHaHmetalUorganicHframeworkHwithHsuperiorHoxygenHuptakeVHNatured
CommunicationsTH2018THeTHY[cd 17.4 100

262  unableHorystallinityHandHohargeH ransferHinH woUpimensionalHsU“uadruplexHOrganicHrrameworksVH
AngewandtedChemiedsdInternationaldEditionTH2018THacTH[edaU[ede 16.4 18

261 mnomalyHinHtheHohainHxengthHpependenceHofHnUmlkaneHpiffusionHinHZurU]HyetalUOrganicH
rrameworksVHMoleculesTH2018THZ[TH 4.8 12

260 ’rotonHoonductionHinH rˆ¶gerOsHnaseUxinkedH’olyPcrownHetherQsVHACSdApplieddMaterialsdlamp;d
InterfacesTH2018THYXTHZa[X[UZa[YX 9.5 16

259 oomprehensiveH’haseHpiagramsHofHyo–ZHqdgeH–itesHUsingHpispersionUoorrectedHpr HrreeHqnergyH
oalculationsVHJournaldofdPhysicaldChemistrydCTH2018THYZZTHYa[YdUYa[Ze 3.8 15

258
yolecularHnuildingHnlockUnasedHqlectronicHohargesHforHtighU hroughputH–creeningHofH
yetalUOrganicHrrameworksHforHmdsorptionHmpplicationsVHJournaldofdChemicaldTheorydandd
ComputationTH2018THY]TH[baU[cb

6.4 16

257 oompetitiveHmdsorptionHofHyethylHnromideHandHøaterHonHyetalHoatecholatesfHunsightsHfromH
pensityHrunctionalH heoryVHIndustrialdlamp;dEngineeringdChemistrydResearchTH2018THacTHYc]ddUYc]ea 3.9 2

256 qvidenceHforHoopperHpimersHinHxowUxoadedHouOxW–iOZHoatalystsHforHoyclohexaneHOxidativeH
pehydrogenationVHACSdCatalysisTH2018THdTHeccaUecde 13.1 8

255 yolecularHyodelingHofHoarbonHpioxideHmdsorptionHinHyetalUOrganicHrrameworksH2018THeeUY]e 3

254 unsightsHintoHoatalyticHtydrolysisHofHOrganophosphateHøarfareHmgentsHbyHyetalâ��OrganicH
rrameworkHzUUYXXXVHJournaldofdPhysicaldChemistrydCTH2018THYZZTHYZ[bZUYZ[bd 3.8 36

253 umpactHofHtheHstrengthHandHspatialHdistributionHofHadsorptionHsitesHonHmethaneHdeliverableHcapacityH
inHnanoporousHmaterialsVHChemicaldEngineeringdScienceTH2017THYaeTHYdU[X 4.4 23

252 mdsorptionHandHmolecularHsitingHofHoOTHwaterTHandHotherHgasesHinHtheHsuperhydrophobicTHflexibleH
poresHofHryOrUYHfromHexperimentHandHsimulationVHChemicaldScienceTH2017THdTH[edeU]XXX 9.4 51

251 OptimizingHOpenHuronH–itesHinHyetalUOrganicHrrameworksHforHqthaneHOxidationfHmHrirstU’rinciplesH
–tudyVHACSdApplieddMaterialsdlamp;dInterfacesTH2017THeTH[[]d]U[[]eZ 9.5 31

250 yetalUorganicHframeworksHforHtheHremovalHofHtoxicHindustrialHchemicalsHandHchemicalHwarfareH
agentsVHChemicaldSocietydReviewsTH2017TH]bTH[[acU[[da 58.5 557

249 oatecholUxigatedH ransitionHyetalsfHmH“uantumHohemicalH–tudyHonHaH’romisingH–ystemHforHsasH
–eparationVHJournaldofdPhysicaldChemistrydCTH2017THYZYTHYX]b[UYX]be 3.8 14

248 UnderstandingHöolumetricHandHsravimetricHtydrogenHmdsorptionH radeUoffHinHyetalUOrganicH
rrameworksVHACSdApplieddMaterialsdlamp;dInterfacesTH2017THeTH[[]YeU[[]Zd 9.5 73

247 sUquadruplexHorganicHframeworksVHNaturedChemistryTH2017THeTH]bbU]cZ 17.6 72

246
oomputationalH–tudyHofHøaterHmdsorptionHinHtheHtydrophobicHyetalâ��OrganicHrrameworkHZurUdfH
mdsorptionHyechanismHandHmccelerationHofHtheH–imulationsVHJournaldofdPhysicaldChemistrydCTH2017TH
YZYTHZ]XXXUZ]XYX

3.8 33
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245 qlucidatingHtheHzanoparticleâ��yetalHOrganicHrrameworkHunterfaceHofH[email´ protected]HoatalystsVH
JournaldofdPhysicaldChemistrydCTH2017THYZYTHZaXceUZaXeY 3.8 22

244  opologicallyHsuidedTHmutomatedHoonstructionHofHyetalâ��OrganicHrrameworksHandH heirHqvaluationH
forHqnergyU”elatedHmpplicationsVHCrystaldGrowthdanddDesignTH2017THYcTHadXYUadYX 3.5 99

243 tighU hroughputHoomputationalH–creeningHofHyultivariateHyetalUOrganicHrrameworksHPy öUyOrsQH
forHoOHoaptureVHJournaldofdPhysicaldChemistrydLettersTH2017THdTHbY[aUbY]Y 6.4 53

242 mbHunitioH–creeningHofHyetalHoatecholatesHforHmdsorptionHofH oxicH’nictogenHtydrideHsasesVH
Industrialdlamp;dEngineeringdChemistrydResearchTH2017THabTHY][Z]UY][[b 3.9 5

241 oomputationalHscreeningHofHfunctionalHgroupsHforHcaptureHofHtoxicHindustrialHchemicalsHinHporousH
materialsVHPhysicaldChemistrydChemicaldPhysicsTH2017THYeTH[YcbbU[YccZ 3.6 1

240 oomputationalH–creeningHofHzanoporousHyaterialsHforHtexaneHandHteptaneHusomerH–eparationVH
ChemistrydofdMaterialsTH2017THZeTHb[YaUb[Zd 9.6 46

239 xargeU–caleH”efinementHofHyetalâ��OrganicHrrameworkH–tructuresHUsingHpensityHrunctionalH heoryVH
ChemistrydofdMaterialsTH2017THZeTHZaZYUZaZd 9.6 74

238 ”m–’mfHmolecularHsimulationHsoftwareHforHadsorptionHandHdiffusionHinHflexibleHnanoporousH
materialsVHMoleculardSimulationTH2016TH]ZTHdYUYXY 2 807

237 tighU hroughputH–creeningHofHyetalUOrganicHrrameworksHforHoOHoaptureHinHtheH’resenceHofH
øaterVHLangmuirTH2016TH[ZTHYX[bdUYX[cb 4 93

236 oOHadsorptionUinducedHstructuralHchangesHinHcoordinationHpolymerHligandsHelucidatedHviaHmolecularH
simulationsHandHexperimentsVHDaltondTransactionsTH2016TH]aTHYcYbdUYcYcd 4.3 10

235  owardHpesignH”ulesHforHqnzymeHummobilizationHinHtierarchicalHyesoporousHyetalUOrganicH
rrameworksVHCheMTH2016THYTHYa]UYbe 16.2 217

234 tighU hroughputH–creeningHofHyetalâ��OrganicHrrameworksHforHtydrogenH–torageHatHoryogenicH
 emperatureVHJournaldofdPhysicaldChemistrydCTH2016THYZXTHZc[ZdUZc[]Y 3.8 81

233 unHsilicoHdiscoveryHofHmetalUorganicHframeworksHforHprecombustionHoOHcaptureHusingHaHgeneticH
algorithmVHSciencedAdvancesTH2016THZTHeYbXXeXe 14.3 164

232 UsingHsasU’haseHolustersHtoH–creenH’orphyrinU–upportedHzanoclusterHoatalystsHforHqthaneH
OxidationHtoHqthanolVHCatalysisdLettersTH2016THY]bTHZabbUZac[ 2.8 7

231 mH”edoxUmctiveHnistableHyolecularH–witchHyountedHinsideHaHyetalUOrganicHrrameworkVHJournaldofd
thedAmericandChemicaldSocietyTH2016THY[dTHY]Z]ZUY]Z]a 16.4 95

230 rrameworkU opologyUpependentHoatalyticHmctivityHofHZirconiumUnasedHP’orphinatoQzincPuuQHyOrsVH
JournaldofdthedAmericandChemicaldSocietyTH2016THY[dTHY]]]eUY]]ac 16.4 151

229 opUyOrfHmHöersatileH–eparationHyediumVHJournaldofdthedAmericandChemicaldSocietyTH2016THY[dTHZZeZU[XY 16.4 203

228 OptimizationHofH woU–tageH’ressureWöacuumH–wingHmdsorptionHwithHöariableHpehydrationHxevelH
forH’ostcombustionHoarbonHoaptureVHIndustrialdlamp;dEngineeringdChemistrydResearchTH2016THaaTH[[[dU[[aX3.9 55

(2016-2017)
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227 qfficientHidentificationHofHhydrophobicHyOrsfHapplicationHinHtheHcaptureHofHtoxicHindustrialH
chemicalsVHJournaldofdMaterialsdChemistrydATH2016TH]THaZeUa[b 13 71

226 mpplicationHofHoonsistencyHoriteriaH oHoalculateHnq HmreasHofHyicroUHmndHyesoporousH
yetalUOrganicHrrameworksVHJournaldofdthedAmericandChemicaldSocietyTH2016THY[dTHZYaUZ] 16.4 145

225 tighHvolumetricHuptakeHofHammoniaHusingHouUyOrUc]WouUo’OUZcVHDaltondTransactionsTH2016TH]aTH]YaXU[4.3 71

224 qvaluatingHtopologicallyHdiverseHmetalâ��organicHframeworksHforHcryoUadsorbedHhydrogenHstorageVH
EnergydanddEnvironmentaldScienceTH2016THeTH[ZceU[Zde 35.4 151

223 mlkalineUearthHmetalUoxideHoverlayersHonH iOZfHapplicationHtowardHoOZHphotoreductionVHCatalysisd
SciencedanddTechnologyTH2016THbTHcddaUcdea 5.5 22

222 zanosizingHaHyetalUOrganicHrrameworkHqnzymeHoarrierHforHmcceleratingHzerveHmgentHtydrolysisVH
ACSdNanoTH2016THYXTHeYc]UeYdZ 16.7 157

221 UltrahighHsurfaceHareaHzirconiumHyOrsHandHinsightsHintoHtheHapplicabilityHofHtheHnq HtheoryVHJournald
ofdthedAmericandChemicaldSocietyTH2015THY[cTH[adaUeY 16.4 249

220 pestructionHofHchemicalHwarfareHagentsHusingHmetalUorganicHframeworksVHNaturedMaterialsTH2015TH
Y]THaYZUb 27 647

219 mHyOrHplatformHforHincorporationHofHcomplementaryHorganicHmotifsHforHoOZHbindingVHChemicald
CommunicationsTH2015THaYTHYZ]cdUdY 5.8 39

218 tierarchicallyHporousHorganicHpolymersfHhighlyHenhancedHgasHuptakeHandHtransportHthroughH
templatedHsynthesisVHChemicaldScienceTH2015THbTH[d]U[de 9.4 61

217 oontinuousHfractionalHcomponentHyonteHoarloHsimulationsHofHhighUdensityHadsorptionHinH
metalâ��organicHframeworksVHMoleculardSimulationTH2015TH]YTHY[[eUY[]c 2 6

216 ’oreH–izeHpependenceHofHmdsorptionHandH–eparationHofH hiopheneWnenzeneHyixturesHinHZeolitesVH
JournaldofdPhysicaldChemistrydCTH2015THYYeTHYaZb[UYaZc[ 3.8 34

215 øaterHstabilizationHofHZrUbasedHmetalUorganicHframeworksHsolventUassistedHligandHincorporationVH
ChemicaldScienceTH2015THbTHaYcZUaYcb 9.4 75

214 mHkineticHstudyHofHvaporUphaseHcyclohexeneHepoxidationHbyHtZOZHoverHmesoporousH –UYVHJournaldofd
CatalysisTH2015TH[ZbTHYXcUYYa 7.3 41

213 oarbohydrateUmediatedHpurificationHofHpetrochemicalsVHJournaldofdthedAmericandChemicaldSocietyTH
2015THY[cTHacXbUYe 16.4 95

212 oomputationalH–creeningHofHyetalHoatecholatesHforHmmmoniaHoaptureHinHyetalâ��OrganicH
rrameworksVHIndustrialdlamp;dEngineeringdChemistrydResearchTH2015THa]TH[ZacU[Zbc 3.9 26

211 mHthermodynamicHtankHmodelHforHstudyingHtheHeffectHofHhigherHhydrocarbonsHonHnaturalHgasH
storageHinHmetalâ��organicHframeworksVHEnergydanddEnvironmentaldScienceTH2015THdTHYaXYUYaYX 35.4 70

210 mHmodellingHapproachHforHyOrUencapsulatedHmetalHcatalystsHandHapplicationHtoHnUbutaneHoxidationVH
PhysicaldChemistrydChemicaldPhysicsTH2015THYcTHZcaebUbXd 3.6 18
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209 OptimizationHofH’ressureWöacuumH–wingHmdsorptionHwithHöariableHpehydrationHxevelsHforH’ostH
oombustionHoarbonHoaptureVHComputerdAideddChemicaldEngineeringTH2015TH[cTHZ]]cUZ]aZ 0.6

208 qlectrochemicallyHaddressableHtrisradicalHrotaxanesHorganizedHwithinHaHmetalUorganicHframeworkVH
ProceedingsdofdthedNationaldAcademydofdSciencesdofdthedUniteddStatesdofdAmericaTH2015THYYZTHYYYbYUd 11.5 71

207 teterogeneousHpiffusionHofHmlkanesHinHtheHtierarchicalHyetalUOrganicHrrameworkHzUUYXXXVH
LangmuirTH2015TH[YTHYXXabUba 4 25

206 UltraporousTHøaterH–tableTHandHnreathingHZirconiumUnasedHyetalUOrganicHrrameworksHwithHftwH
 opologyVHJournaldofdthedAmericandChemicaldSocietyTH2015THY[cTHY[Yd[UeX 16.4 125

205 piffusionHofHmethaneHandHotherHalkanesHinHmetalUorganicHframeworksHforHnaturalHgasHstorageVH
ChemicaldEngineeringdScienceTH2015THYZ]THY[aUY][ 4.4 28

204 oomputerUmidedH–earchHforHyaterialsHtoH–toreHzaturalHsasHforHöehiclesVHFrontiersdfordYoungdMindsTH
2015TH[TH 1.5 2

203 UnderstandingHtheHqffectsHofH’readsorbedH’erfluoroalkanesHonHtheHmdsorptionHofHøaterHandH
mmmoniaHinHyOrsVHJournaldofdPhysicaldChemistrydCTH2015THYYeTH[Yb[U[YcX 3.8 17

202  heHmaterialsHgenomeHinHactionfHidentifyingHtheHperformanceHlimitsHforHmethaneHstorageVHEnergyd
anddEnvironmentaldScienceTH2015THdTHYYeXUYYee 35.4 263

201 qvaluationHofHrorceHrieldH’erformanceHforHtighU hroughputH–creeningHofHsasHUptakeHinH
yetalâ��OrganicHrrameworksVHJournaldofdPhysicaldChemistrydCTH2015THYYeTH[Y][U[YaZ 3.8 64

200  heHeffectHofHpyridineHmodificationHofHziUpOnpoHonHoOZHcaptureHunderHhumidHconditionsVHChemicald
CommunicationsTH2014THaXTH[ZebUd 5.8 41

199 tighUthroughputHcomputationalHscreeningHofHmetalUorganicHframeworksVHChemicaldSocietydReviewsTH
2014TH][THac[aU]e 58.5 251

198 yetallacarboraneUnasedHyetalâ��OrganicHrrameworkHwithHaHoomplexH opologyVHCrystaldGrowthdandd
DesignTH2014THY]THY[Z]UY[[X 3.5 23

197 ohiralHooPuuQHyetalâ��OrganicHrrameworkHinHtheHteterogeneousHoatalyticHOxidationHofHmlkenesHunderH
merobicHandHmnaerobicHoonditionsVHACSdCatalysisTH2014TH]THYX[ZUYX[e 13.1 47

196  exturalHpropertiesHofHaHlargeHcollectionHofHcomputationallyHconstructedHyOrsHandHzeolitesVH
MicroporousdanddMesoporousdMaterialsTH2014THYdbTHZXcUZY[ 5.3 31

195 –creeningHofHbioUcompatibleHmetalUorganicHframeworksHasHpotentialHdrugHcarriersHusingHyonteH
oarloHsimulationsVHJournaldofdMaterialsdChemistrydBTH2014THZTHcbbUcc] 7.3 171

194 tighHpropyleneWpropaneHadsorptionHselectivityHinHaHcopperPcatecholateQUdecoratedHporousHorganicH
polymerVHJournaldofdMaterialsdChemistrydATH2014THZTHZeeU[XZ 13 40

193 yodelingHøaterHandHmmmoniaHmdsorptionHinHtydrophobicHyetalâ��OrganicHrrameworksfH–ingleH
oomponentsHandHyixturesVHJournaldofdPhysicaldChemistrydCTH2014THYYdTHYYXZUYYYX 3.8 50

192 oomputationU”eadyTHqxperimentalHyetalâ��OrganicHrrameworksfHmH oolH oHqnableHtighU hroughputH
–creeningHofHzanoporousHorystalsVHChemistrydofdMaterialsTH2014THZbTHbYdaUbYeZ 9.6 387

(2014-2015)
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191 oomputationalHpesignHofHyetalâ��OrganicHrrameworksHnasedHonH–tableHZirconiumHnuildingHUnitsHforH
–torageHandHpeliveryHofHyethaneVHChemistrydofdMaterialsTH2014THZbTHab[ZUab[e 9.6 158

190 øaterUstableHzirconiumUbasedHmetalUorganicHframeworkHmaterialHwithHhighUsurfaceHareaHandH
gasUstorageHcapacitiesVHChemistrydsdAdEuropeandJournalTH2014THZXTHYZ[deUe[ 4.8 124

189 usoreticularH–eriesHofHP[TZ]QUoonnectedHyetalâ��OrganicHrrameworksfHracileH–ynthesisHandHtighH
yethaneHUptakeH’ropertiesVHChemistrydofdMaterialsTH2014THZbTHYeYZUYeYc 9.6 69

188 øaterHadsorptionHinHUiOUbbfHtheHimportanceHofHdefectsVHChemicaldCommunicationsTH2014THaXTHYY[ZeU[Y 5.8 175

187 qxploringHtheHximitsHofHyethaneH–torageHandHpeliveryHinHzanoporousHyaterialsVHJournaldofdPhysicald
ChemistrydCTH2014THYYdTHbe]YUbeaY 3.8 94

186 mHcomputationalHstudyHofHtheHadsorptionHofHnUperfluorohexaneHinHzeoliteHno”UcX]VHFluiddPhased
EquilibriaTH2014TH[bbTHY]bUYaY 2.5 13

185 –trongHinfluenceHofHtheHtZHbindingHenergyHonHtheHyaxwellâ��–tefanHdiffusivityHinHzUUYXXTHUiOUbdTHandH
u”yOrUYbVHMicroporousdanddMesoporousdMaterialsTH2014THYdaTHYeXUYeb 5.3 7

184 tighU hroughputH–creeningHofH’orousHorystallineHyaterialsHforHtydrogenH–torageHoapacityHnearH
”oomH emperatureVHJournaldofdPhysicaldChemistrydCTH2014THYYdTHa[d[Ua[de 3.8 74

183 oomputationalH–tudyHofH’ropyleneHandH’ropaneHnindingHinHyetalâ��OrganicHrrameworksHoontainingH
tighlyHqxposedHouSHorHmgSHoationsVHJournaldofdPhysicaldChemistrydCTH2014THYYdTHeXdbUeXeZ 3.8 14

182 mdvancedHyonteHoarloHsimulationsHofHtheHadsorptionHofHchiralHalcoholsHinHaHhomochiralH
metalUorganicHframeworkVHAICHEdJournalTH2014THbXTHZ[Z]UZ[[] 3.6 13

181 xargeUscaleHgenerationHandHscreeningHofHhypotheticalHmetalUorganicHframeworksHforHapplicationsHinH
gasHstorageHandHseparationsVHTopicsdindCurrentdChemistryTH2014TH[]aTHZacUde 6

180 unsightsHintoHtheHcomplexityHofHchiralHrecognitionHbyHaHthreeUpointHmodelVHMicroporousdandd
MesoporousdMaterialsTH2013THYcZTH]]UaX 5.3 16

179 mHcombinedHexperimentalHandHquantumHchemicalHstudyHofHoOZHadsorptionHinHtheHmetalâ��organicH
frameworkHo’OUZcHwithHdifferentHmetalsVHChemicaldScienceTH2013TH]TH[a]] 9.4 142

178 oarboraneUnasedHyetalâ��OrganicHrrameworkHwithHtighHyethaneHandHtydrogenH–torageHoapacitiesVH
ChemistrydofdMaterialsTH2013THZaTH[a[eU[a][ 9.6 98

177 ’erfluoroalkaneHfunctionalizationHofHzUUYXXXHviaHsolventUassistedHligandHincorporationfHsynthesisH
andHoOZHadsorptionHstudiesVHJournaldofdthedAmericandChemicaldSocietyTH2013THY[aTHYbdXYU] 16.4 370

176 tighHxenonWkryptonHselectivityHinHaHmetalUorganicHframeworkHwithHsmallHporesHandHstrongH
adsorptionHsitesVHMicroporousdanddMesoporousdMaterialsTH2013THYbeTHYcbUYce 5.3 80

175 qxperiencesHwithHtheHpubliclyHavailableHmultipurposeHsimulationHcodeTHyusicVHMoleculardSimulationTH
2013TH[eTHYZZ[UYZ[Z 2 28

174 mHfacileHsynthesisHofHUiOUbbTHUiOUbcHandHtheirHderivativesVHChemicaldCommunicationsTH2013TH]eTHe]]eUaY 5.8 1013
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173 xightUharvestingHandHultrafastHenergyHmigrationHinHporphyrinUbasedHmetalUorganicHframeworksVH
JournaldofdthedAmericandChemicaldSocietyTH2013THY[aTHdbZUe 16.4 461

172 oomputationalHscreeningHofHfunctionalHgroupsHforHammoniaHcaptureHinHmetalUorganicHframeworksVH
LangmuirTH2013THZeTHY]]bUab 4 41

171 qffectHofHmetalHalkoxideHfunctionalizationHonHhydrogenHmobilityHinHmetalâ��organicHframeworksVH
ChemicaldPhysicsdLettersTH2013THaccTHcbUdY 2.5 9

170 pesignHstrategiesHforHmetalHalkoxideHfunctionalizedHmetalâ��organicHframeworksHforHambientH
temperatureHhydrogenHstorageVHMicroporousdanddMesoporousdMaterialsTH2013THYcYTHYX[UYXe 5.3 18

169 oontrolHoverHoatenationHinH’illaredH’addlewheelHyetalâ��OrganicHrrameworkHyaterialsHviaH
–olventUmssistedHxinkerHqxchangeVHChemistrydofdMaterialsTH2013THZaTHc[eUc]] 9.6 120

168 sramUscaleTHhighUyieldHsynthesisHofHaHrobustHmetalâ��organicHframeworkHforHstoringHmethaneHandH
otherHgasesVHEnergydanddEnvironmentaldScienceTH2013THbTHYYad 35.4 203

167 –imultaneouslyHhighHgravimetricHandHvolumetricHmethaneHuptakeHcharacteristicsHofHtheH
metalUorganicHframeworkHzUUYYYVHChemicaldCommunicationsTH2013TH]eTHZeeZU] 5.8 127

166 xargeU–caleH“uantitativeH–tructureâ��’ropertyH”elationshipHP“–’”QHmnalysisHofHyethaneH–torageHinH
yetalâ��OrganicHrrameworksVHJournaldofdPhysicaldChemistrydCTH2013THYYcTHcbdYUcbde 3.8 131

165 zanotechnologyHforHoarbonHpioxideHoaptureH2013THaYcUaae

164 öaporUphaseHmetalationHbyHatomicHlayerHdepositionHinHaHmetalUorganicHframeworkVHJournaldofdthed
AmericandChemicaldSocietyTH2013THY[aTHYXZe]Uc 16.4 659

163 mHzwitterionicHmetalâ��organicHframeworkHwithHfreeHcarboxylicHacidHsitesHthatHexhibitsHenhancedH
hydrogenHadsorptionHenergiesVHCrystEngCommTH2013THYaTHe]Xd 3.3 19

162 zobleHsasHmdsorptionHinHoopperH rimesateTHtwU– UYfHmnHqxperimentalHandHoomputationalH–tudyVH
JournaldofdPhysicaldChemistrydCTH2013THYYcTHZXYYbUZXYZb 3.8 80

161 pr HinvestigationHofHhydroperoxideHdecompositionHoverHcopperHandHcobaltHsitesHwithinH
metalUorganicHframeworksVHJournaldofdCatalysisTH2012THZdbTHeaUYXZ 7.3 20

160 oomputationalHscreeningHofHhomochiralHmetalâ��organicHframeworksHforHenantioselectiveH
adsorptionVHMicroporousdanddMesoporousdMaterialsTH2012THYacTHYYdUYZ[ 5.3 31

159 tighHpropeneWpropaneHselectivityHinHisostructuralHmetalUorganicHframeworksHwithHhighHdensitiesHofH
openHmetalHsitesVHAngewandtedChemiedsdInternationaldEditionTH2012THaYTHYdacUbX 16.4 348

158 –tructureâ��propertyHrelationshipsHofHporousHmaterialsHforHcarbonHdioxideHseparationHandHcaptureVH
EnergydanddEnvironmentaldScienceTH2012THaTHed]e 35.4 290

157 ’redictionHofH–tructureHandH’ropertiesHofHnoronUnasedHoovalentHOrganicHrrameworksHbyHaH
rirstU’rinciplesHperivedHrorceHrieldVHJournaldofdPhysicaldChemistrydCTH2012THYYbTH]eZYU]eZe 3.8 43

156 ’olyporousHmetalUcoordinationHframeworksVHOrganicdLettersTH2012THY]THY]bXU[ 6.2 38

(2012-2013)
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155 tierarchicalHmodelingHofHammoniaHadsorptionHinHfunctionalizedHmetalUorganicHframeworksVHDaltond
TransactionsTH2012TH]YTH[ebZUc[ 4.3 36

154 qnhancedHcatalyticHdecompositionHofHaHphosphateHtriesterHbyHmodularlyHaccessibleHbimetallicH
porphyrinHdyadsHandHdimersVHChemicaldCommunicationsTH2012TH]dTH]YcdUdX 5.8 36

153 mnHqxtendedHohargeHqquilibrationHyethodVHJournaldofdPhysicaldChemistrydLettersTH2012TH[THZaXbUYY 6.4 184

152 yetalUorganicHframeworkHmaterialsHwithHultrahighHsurfaceHareasfHisHtheHskyHtheHlimitkVHJournaldofdthed
AmericandChemicaldSocietyTH2012THY[]THYaXYbUZY 16.4 1210

151 UnderstandingHexcessHuptakeHmaximaHforHhydrogenHadsorptionHisothermsHinHframeworksHwithHrhtH
topologyVHChemicaldCommunicationsTH2012TH]dTHYX]ebUd 5.8 46

150 uncorporationHofHanHmYWmZUdifunctionalizedHpillar[a]areneHintoHaHmetalUorganicHframeworkVHJournald
ofdthedAmericandChemicaldSocietyTH2012THY[]THYc][bUe 16.4 209

149 tighlyHselectiveHcarbonHdioxideHuptakeHbyH[ouPbpyUnQZP–irbQ]HPbpyUYHiH]T]OUbipyridinegHbpyUZHiH
YTZUbisP]UpyridylQetheneQVHJournaldofdthedAmericandChemicaldSocietyTH2012THY[]TH[bb[Ub 16.4 263

148 pesigningHhigherHsurfaceHareaHmetalUorganicHframeworksfHareHtripleHbondsHbetterHthanHphenylskVH
JournaldofdthedAmericandChemicaldSocietyTH2012THY[]THedbXU[ 16.4 170

147 –tepwiseHadsorptionHinHaHmesoporousHmetalUorganicHframeworkfHexperimentalHandHcomputationalH
analysisVHChemicaldCommunicationsTH2012TH]dTH[ZecUe 5.8 50

146 –elfUpiffusionHofHohainHyoleculesHinHtheHyetalUOrganicHrrameworkHu”yOrUYfH–imulationHandH
qxperimentVHJournaldofdPhysicaldChemistrydLettersTH2012TH[THe[XU[ 6.4 56

145 ”ateUpeterminingH–tepHinHtheHzOxH”eductionHyechanismHonHna−HZeolitesHandHtheHumportanceHofH
xongU”angeHxatticeHqffectsVHACSdCatalysisTH2012THZTH[aXU[ae 13.1 5

144 zanoporousHcarbohydrateHmetalUorganicHframeworksVHJournaldofdthedAmericandChemicaldSocietyTH
2012THY[]TH]XbUYc 16.4 208

143 ”eviewHandHanalysisHofHmolecularHsimulationsHofHmethaneTHhydrogenTHandHacetyleneHstorageHinH
metalUorganicHframeworksVHChemicaldReviewsTH2012THYYZTHcX[UZ[ 68.1 983

142  hermodynamicHanalysisHofHüeWwrHselectivityHinHoverHY[cHXXXHhypotheticalHmetalâ��organicH
frameworksVHChemicaldScienceTH2012TH[THZZYc 9.4 190

141 tighH’ropeneW’ropaneH–electivityHinHusostructuralHyetalâ��OrganicHrrameworksHwithHtighHpensitiesH
ofHOpenHyetalH–itesVHAngewandtedChemieTH2012THYZ]THYde[UYdeb 3.6 59

140 –creeningHoOZWzZHselectivityHinHmetalUorganicHframeworksHusingHyonteHoarloHsimulationsHandHidealH
adsorbedHsolutionHtheoryVHCanadiandJournaldofdChemicaldEngineeringTH2012THeXTHdZaUd[Z 2.3 41

139 xargeUscaleHscreeningHofHhypotheticalHmetalUorganicHframeworksVHNaturedChemistryTH2011TH]THd[Ue 17.6 882

138 yetalHmlkoxideHrunctionalizationHinHyetalâ��OrganicHrrameworksHforHqnhancedH
mmbientU emperatureHtydrogenH–torageVHJournaldofdPhysicaldChemistrydCTH2011THYYaTHZXbbUZXca 3.8 99
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137 oomputationalHscreeningHofHmetalUorganicHframeworksHforHxenonWkryptonHseparationVHAICHEd
JournalTH2011THacTHYcaeUYcbb 3.6 118

136 ’orˆ¶seHyaterialienHzurHoOZUmbtrennungHundHUmbscheidungHâ��HqntwicklungHundHnewertungVH
AngewandtedChemieTH2011THYZ[THYYceXUYYdXY 3.6 88

135 pevelopmentHandHevaluationHofHporousHmaterialsHforHcarbonHdioxideHseparationHandHcaptureVH
AngewandtedChemiedsdInternationaldEditionTH2011THaXTHYYadbUeb 16.4 907

134  owardsHrapidHcomputationalHscreeningHofHmetalUorganicHframeworksHforHcarbonHdioxideHcapturefH
oalculationHofHframeworkHchargesHviaHchargeHequilibrationVHChemicaldEngineeringdJournalTH2011THYcYTHccaUcdY14.7 111

133 ’arallelH emperingH–imulationsHofHxiquidU’haseHmdsorptionHofHnUmlkaneHyixturesHinHZeoliteHx mUamVH
JournaldofdPhysicaldChemistrydCTH2011THYYaTHcbZUcbe 3.8 17

132
wineticHseparationHofHpropeneHandHpropaneHinHmetalUorganicHframeworksfHcontrollingHdiffusionHratesH
inHplateUshapedHcrystalsHviaHtuningHofHporeHaperturesHandHcrystalliteHaspectHratiosVHJournaldofdthed
AmericandChemicaldSocietyTH2011THY[[THaZZdU[Y

16.4 211

131 qnhancementHofHoOZWot]HselectivityHinHmetalUorganicHframeworksHcontainingHlithiumHcationsVH
MicroporousdanddMesoporousdMaterialsTH2011THY]YTHZ[YUZ[a 5.3 117

130 qlucidatingHstericHeffectsHonHenantioselectiveHepoxidationHcatalyzedHbyHPsalenQynHinHmetalUorganicH
frameworksVHJournaldofdMoleculardCatalysisdATH2011TH[[]THdeUec 36

129 peHnovoHsynthesisHofHaHmetalUorganicHframeworkHmaterialHfeaturingHultrahighHsurfaceHareaHandHgasH
storageHcapacitiesVHNaturedChemistryTH2010THZTHe]]Ud 17.6 1350

128 pistanceHandHangularHholonomicHconstraintsHinHmolecularHsimulationsVHJournaldofdChemicaldPhysicsTH
2010THY[[THX[]YY] 3.9 14

127 yolecularHyodelingHofHmdsorptionHandHpiffusionHinHyetalUOrganicHrrameworksH2010TH[Y[U[[e 8

126 qvaluationHofHtheHnq HmethodHforHdeterminingHsurfaceHareasHofHyOrsHandHzeolitesHthatHcontainH
ultraUmicroporesVHLangmuirTH2010THZbTHa]caUd[ 4 193

125 UltrahighHporosityHinHmetalUorganicHframeworksVHScienceTH2010TH[ZeTH]Z]Ud 33.3 2869

124 –elfUpiffusionH–tudiesHinHoun oHbyH’rsHzy”HandHypH–imulationsVHJournaldofdPhysicaldChemistrydCTH
2010THYY]THYXaZcUYXa[] 3.8 73

123 tybridH“uantumHyechanicsWyolecularHyechanicsHunvestigationHofHPsalenQynHforHuseHinH
yetalâ��OrganicHrrameworksVHIndustrialdlamp;dEngineeringdChemistrydResearchTH2010TH]eTHYXebaUYXec[ 3.9 30

122 qlucidationHofHconsistentHenantioselectivityHforHaHhomologousHseriesHofHchiralHcompoundsHinH
homochiralHmetalUorganicHframeworksVHPhysicaldChemistrydChemicaldPhysicsTH2010THYZTHb]bbUc[ 3.6 27

121 ohemicalHreductionHofHaHdiimideHbasedHporousHpolymerHforHselectiveHuptakeHofHcarbonHdioxideH
versusHmethaneVHChemicaldCommunicationsTH2010TH]bTHYXabUd 5.8 134

120 –eparationHofHgasHmixturesHusingHooPuuQHcarboraneUbasedHporousHcoordinationHpolymersVHChemicald
CommunicationsTH2010TH]bTH[]cdUdX 5.8 128

(2010-2011)

13



119 OptimalHisostericHheatHofHadsorptionHforHhydrogenHstorageHandHdeliveryHusingHmetalâ��organicH
frameworksVHMicroporousdanddMesoporousdMaterialsTH2010THY[ZTH[XXU[X[ 5.3 116

118 yolecularHsimulationsHofHveryHhighHpressureHhydrogenHstorageHusingHmetalâ��organicHframeworksVH
MicroporousdanddMesoporousdMaterialsTH2010THY[aTHYcdUYdb 5.3 17

117 qffectHofHframeworkHdistortionHonHxyleneHadsorptionHinHml’O]UYYHpredictedHfromHyonteHoarloH
simulationsVHMicroporousdanddMesoporousdMaterialsTH2010THYZcTHYacUYbX 5.3 2

116 pr HstudyHofHdezOPxQHreactionsHinHtheHgasHphasefHmimickingHtheHreactionHmechanismHoverHnaza−H
zeolitesVHJournaldofdPhysicaldChemistrydATH2009THYY[THbc[XUe 2.8 3

115 yicrokineticHanalysisHofHtheHepoxidationHofHstyreneHcatalyzedHbyHPporphyrinQynHencapsulatedHinH
molecularHsquaresVHJournaldofdCatalysisTH2009THZbbTHY]aUYaa 7.3 12

114 unvestigationHofHparticleHdampingHmechanismHviaHparticleHdynamicsHsimulationsVHGranulardMatterTH
2009THYYTH]YcU]Ze 2.6 41

113 yodifiedHtemperatureHprogrammedHdesorptionHevaluationHofHhydrocarbonHtrappingHbyHosyO”H
zeoliteHunderHcoldHstartHconditionsVHMicroporousdanddMesoporousdMaterialsTH2009THYZaTH[aU[d 5.3 17

112 ’articleHdynamicsHsimulationsHofHaHpistonUbasedHparticleHdamperVHPowderdTechnologyTH2009THYdeTHYYaUYZa5.2 40

111 yechanicalHdampingHusingHadhesiveHmicroHorHnanoHpowdersVHPowderdTechnologyTH2009THYeYTHY][UY]d 5.2 7

110 oonstructionHandHcharacterizationHofHaHparticleUbasedHthrustHdampingHsystemVHJournaldofdSounddandd
VibrationTH2009TH[ZbTH]deUaXZ 3.9 15

109 –trategiesHforHoharacterizationHofHxargeU’oreHyetalUOrganicHrrameworksHbyHoombinedH
qxperimentalHandHoomputationalHyethodsVHChemistrydofdMaterialsTH2009THZYTH]cbdU]ccc 9.6 64

108 oollectiveHeffectsHofHmultipleHchiralHselectorsHonHenantioselectiveHadsorptionVHLangmuirTH2009THZaTHYXc[XUb4 21

107 yethodHforHmnalyzingH–tructuralHohangesHofHrlexibleHyetalâ��OrganicHrrameworksHunducedHbyH
mdsorbatesVHJournaldofdPhysicaldChemistrydCTH2009THYY[THYe[YcUYe[Zc 3.8 67
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