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320 sierarchicalGporousGmetalâ��organicGframeworkGmaterialsGforGefficientGoilâ��waterGseparationUGJournale
ofeMaterialseChemistryeASG2022SGXWSGYb]XTYbc] 13 3

319 rrapheneGwatticesGwithGpmbeddedGüransitionTxetalGltomsGandGüunableGxagneticGlnisotropyG
pnergyeGtmplicationsGforGÖpintronicGoevicesUGACSeAppliedeNanoeMaterialsSG2022SG]SGX]aYTX]bZ 5.6 1

318 xetalTorganicGframeworkVconductiveGpolymerGhybridGmaterialsGforGsupercapacitorsUGAppliede
MaterialseTodaySG2022SGYaSGXWXZcb 6.6 6

317 yitrogenGdopedGgrapheneGwithGdiamondTlikeGbondsGachievesGunprecedentedGenergyGdensityGatGhighG
powerGinGaGsymmetricGsustainableGsupercapacitorUUGEnergyeandeEnvironmentaleScienceSG2022SGX]SGb[WTb[c 35.4 4

316 wabelTfreeGandGreagentlessGelectrochemicalGgenosensorGbasedGonGgrapheneGacidGforGmeatG
adulterationGdetectionUGBiosensorseandeBioelectronicsSG2022SGXd]SGXXZaYc 11.8 5

315 nontrolledGnucleationGofGcrystallizationGprocessGasGanGefficientGtoolGtoGtuneGtheGpropertiesGofG
corticosteroidGl–tUGPowdereTechnologySG2022SGXXbZZ[ 5.2 0

314
üowardGnonvergenceGinGqoldingGÖimulationsGofGRylGüetraloopseGnomparisonGofGpnhancedGÖamplingG
üechniquesGandGpffectsGofGqorceGqieldGxodificationsUUGJournaleofeChemicaleTheoryeandeComputationSG
2022SG

6.4 4

313 −nveilingGtheGtrueGbandGgapGofGfluorographeneGandGitsGoriginsGbyGteamingGtheoryGandGexperimentUG
AppliedeSurfaceeScienceSG2022SG]cbSGX]YcZd 6.7 1

312 rrapheneGlcidGforGwithiumTtonGmatteriesâ��narboxylationGmoostsGÖtorageGnapacityGinGrrapheneUG
AdvancedeEnergyeMaterialsSG2022SGXYSGYXWZWXW 21.8 6

311 RecentGadvancementsGinGmetalâ��organicGframeworksGintegratingGquantumGdotsGO—oskxzqPGandG
theirGpotentialGapplicationsUGNanotechnologyeReviewsSG2022SGXXSGXd[bTXdba 6.3 2

310 lccessibilityGofGrraftedGqunctionalGrroupsGwimitsGReactivityGofGnovalentGrrapheneGoerivativesUG
AppliedeSurfaceeScienceSG2022SGX]ZbdY 6.7 1

309 pmergingGxγenekxetalTzrganicGqrameworkGsybridseGoesignGÖtrategiesGtowardGVersatileG
lpplicationsUGACSeNanoSG2021SG 16.7 10

308
RoleGofGtonizableGwipidsGinGÖlRÖTnoVTYGVaccinesGlsGRevealedGbyGxolecularGoynamicsGÖimulationseG
qromGxembraneGÖtructureGtoGtnteractionGwithGmRylGqragmentsUGJournaleofePhysicaleChemistrye
LettersSG2021SGXYSGXXXddTXXYW]

6.4 5

307 RationalGoesignGofGrrapheneGoerivativesGforGplectrochemicalGReductionGofGyitrogenGtoGlmmoniaUG
ACSeNanoSG2021SG 16.7 9

306 ÖingleGnoTltomsGasGplectrocatalystsGforGpfficientGsydrazineGzxidationGReactionUGSmallSG2021SGXbSGeYWWa[bb11 16

305 wargeGmagneticGanisotropyGinGanGzstrGdimerGanchoredGinGdefectiveGgrapheneUGNanotechnologySG2021SG
ZYSG 3.4 5

304 –rogressGandGchallengesGinGunderstandingGofGphotoluminescenceGpropertiesGofGcarbonGdotsGbasedG
onGtheoreticalGcomputationsUGAppliedeMaterialseTodaySG2021SGYYSGXWWdY[ 6.6 23
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303 narbonGootsGoetectGαaterTtoTtceG–haseGüransitionGandGlctGasGllcoholGÖensorsGqluorescenceG
üurnTzffVznGxechanismUGACSeNanoSG2021SGX]SGa]cYTa]dZ 16.7 14

302 novalentlyGtnterlinkedGrrapheneGÖheetsGwithGÖulfurTnhainsGpnableGÖuperiorGwithiumâ��ÖulfurGmatteryG
nathodesGatGqullTxassGwevelUGAdvancedeFunctionaleMaterialsSG2021SGZXSGYXWXZYa 15.6 6

301 nontributionGofGtheGxolecularGqluorophoreGt–nlGtoGpxcitationTtndependentG–hotoluminescenceGofG
narbonGootsUGJournaleofePhysicaleChemistryeCSG2021SGXY]SGXYX[WTXYX[c 3.8 6

300 −ltrafineGüizYGyanoparticleGÖupportedGyitrogenTRichGrraphiticG–orousGnarbonGasGanGpfficientG
lnodeGxaterialGforG–otassiumTtonGmatteriesUGAdvancedeEnergyeandeSustainabilityeResearchSG2021SGYSGYXWWW[Y1.6 2

299 ÖilverGnovalentlyGmoundGtoGnyanographeneGzvercomesGmacterialGResistanceGtoGÖilverGyanoparticlesG
andGlntibioticsUGAdvancedeScienceSG2021SGcSGYWWZWdW 13.6 13

298 αTRpÖ–eGαellTRestrainedGplectrostaticG–otentialToerivedGnhargesUGRevisitingGtheGnhargeGoerivationG
xodelUGJournaleofeChemicaleTheoryeandeComputationSG2021SGXbSGZ[d]TZ]Wd 6.4 6

297 YoGgrapheneGderivativesGasGheterogeneousGcatalystsGtoGproduceGbiofuelsGviaGesterificationGandG
transTesterificationGreactionsUGAppliedeMaterialseTodaySG2021SGYZSGXWXW]Z 6.6 5

296 üransparentGandGwowTwossGwuminescentGÖolarGnoncentratorsGmasedGonGÖelfTürappedGpxcitonG
pmissionGinGweadTqreeGooubleG–erovskiteGyanocrystalsUGACSeAppliedeEnergyeMaterialsSG2021SG[SGa[[]Ta[]Z6.1 10

295 xultiresponsiveGYoGüinüGxγeneGtmplantingGxolecularG–ropertiesUGACSeNanoSG2021SGX]SGXWWabTXWWb] 16.7 5

294 lnchoringGofGüransitionGxetalsGtoGrrapheneGoerivativesGasGanGpfficientGlpproachGforGoesigningG
ÖingleTltomGnatalystsUGAdvancedeMaterialseInterfacesSG2021SGcSGYWWXZdY 4.6 5

293 novalentGrrapheneTxzqGsybridsGforGsighT–erformanceGlsymmetricGÖupercapacitorsUGAdvancede
MaterialsSG2021SGZZSGeYWW[]aW 24 51

292 narboxylatedGrrapheneGforGRadicalTlssistedG−ltraTüraceTwevelGαaterGüreatmentGandGyobleGxetalG
RecoveryUGACSeNanoSG2021SGX]SGZZ[dTZZ]c 16.7 11

291 RheniumGoopingGofGwayeredGüransitionTxetalGoiselenidesGüriggersGpnhancementGofG
–hotoelectrochemicalGlctivityUGACSeNanoSG2021SGX]SGYZb[TYZc] 16.7 4

290 tnsightsGintoGrT—uadruplexTseminGoynamicsG−singGltomisticGÖimulationseGtmplicationsGforG
ReactivityGandGqoldingUGJournaleofeChemicaleTheoryeandeComputationSG2021SGXbSGXccZTXcdd 6.4 4

289 znTÖurfaceGÖynthesisGofGzneToimensionalGnoordinationG–olymersGwithGüailoredGxagneticG
lnisotropyUGACSeAppliedeMaterialsekamp;eInterfacesSG2021SGXZSGZYZdZTZY[WX 9.5 1

288 qlaxToerivedGnarboneGlGsighlyGourableGplectrodeGxaterialGforGplectrochemicalGooubleTwayerG
ÖupercapacitorsUGNanomaterialsSG2021SGXXSG 5.4 1

287 RecentG–rogressGinGpmergingGüwoToimensionalGüransitionGxetalGnarbidesUGNanosMicroeLettersSG2021SG
XZSGXcZ 19.5 24

286 rrapheneGwithGnovalentlyGrraftedGlminoGlcidGasGaGRouteGüowardGpcoTqriendlyGandGÖustainableG
ÖupercapacitorsUGChemSusChemSG2021SGX[SGZdW[TZdX[ 8.3 5

(2021-2021)
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285 xolecularGinsightsGfromGtheoreticalGcalculationsGexplainGtheGdifferencesGinGaffinityGandGdiffusionGofG
airborneGcontaminantsGonGsurfacesGofGhmyGandGgrapheneUGAppliedeSurfaceeScienceSG2021SG]a]SGX]WZcY 6.7 1

284 lGmultifunctionalGcovalentlyGlinkedGgrapheneâ��xzqGhybridGasGanGeffectiveGchemiresistiveGgasGsensorUG
JournaleofeMaterialseChemistryeASG2021SGdSGXb[Z[TXb[[X 13 5

283 üheGsallmarksGofGnopperGÖingleGltomGnatalystsGinGoirectGllcoholGquelGnellsGandGplectrochemicalG
nzYGqixationUGAdvancedeMaterialseInterfacesSG2021SGcSGYWWXcYY 4.6 19

282 rrapheneGqieldGpffectGüransistorseGlGÖensitiveG–latformGforGoetectingGÖarinUUGACSeAppliedeMaterialse
kamp;eInterfacesSG2021SGXZSGaXb]XTaXb]b 9.5 1

281 narbonGyanotubeGmasedGxetalTzrganicGqrameworkGsybridsGqromGqundamentalsGüowardG
lpplicationsUGSmallSG2021SGeYXW[aYc 11 5

280 ltomicTÖcaleGpdgeGxorphologySGÖtabilitySGandGzxidationGofGÖingleTwayerGYsTüaÖUGChemPlusChemSG
2020SGc]SGY]]bTY]a[ 2.8 1

279 ÖurfaceGpnergyGofGmlackG–hosphorusGllloysGwithGlrsenicUGChemNanoMatSG2020SGaSGcYXTcYa 3.5 4

278 qineTüuningGofGtheGlxmpRGRylGqorceGqieldGwithGaGyewGüermGldjustingGtnteractionsGofGüerminalG
yucleotidesUGJournaleofeChemicaleTheoryeandeComputationSG2020SGXaSGZdZaTZd[a 6.4 15

277 ühermallyGinducedGintraTmolecularGtransformationGandGmetalationGofGfreeTbaseGporphyrinGonG
luOXXXPGsurfaceGsteeredGbyGsurfaceGconfinementGandGadTatomsUGNanoscaleeAdvancesSG2020SGYSGYdcaTYddX 5.1 4

276 zxidationGofGmetallicGtwoTdimensionalGtransitionGmetalGdichalcogenideseGXüTxoÖYGandGXüTüaÖYUGyDe
MaterialsSG2020SGbSGW[]WW] 5.9 5

275 nonformationalGmehaviorGandGzpticalG–ropertiesGofGaGqluorophoreGoimerGasGaGxodelGofGwuminescentG
nentersGinGnarbonGootsUGJournaleofePhysicaleChemistryeCSG2020SGXY[SGX[ZYbTX[ZZb 3.8 13

274 ÖtabilityGofGüwoT—uartetGrT—uadruplexesGandGüheirGoimersGinGltomisticGÖimulationsUGJournaleofe
ChemicaleTheoryeandeComputationSG2020SGXaSGZ[[bTZ[aZ 6.4 7

273 üailoringGplectronicGandGxagneticG–ropertiesGofGrrapheneGbyG–hosphorusGoopingUGACSeAppliede
Materialsekamp;eInterfacesSG2020SGXYSGZ[Wb[TZ[Wc] 9.5 9

272 zneTÖtepGÖynthesisGofGuanusGqluorographeneGoerivativesUGChemistryeseAeEuropeaneJournalSG2020SGYaSGa]XcTa]Y[4.8 9

271 üunableGÖynthesisGofGyitrogenGoopedGrrapheneGfromGqluorographeneGunderGxildGnonditionsUGACSe
SustainableeChemistryeandeEngineeringSG2020SGcSG[ba[T[bbY 8.3 17

270 üunableGoneTstepGdoubleGfunctionalizationGofGgrapheneGbasedGonGfluorographeneGchemistryUG
ChemicaleCommunicationsSG2020SG]aSGXdZaTXdZd 5.8 8

269 –ositiveGandGyegativeGpffectsGofGoopantsGtowardGplectrocatalyticGlctivityGofGxoÖGandGαÖeG
pxperimentsGandGüheoryUGACSeAppliedeMaterialsekamp;eInterfacesSG2020SGXYSGYWZcZTYWZdY 9.5 22

268 lnchoringGofGsingleTplatinumTadatomsGonGcyanographeneeGpxperimentGandGtheoryUGAppliede
MaterialseTodaySG2020SGXcSGXWW[aY 6.6 9

MichaltOtyepka

4



267 yoncovalentGtntegrationGofGaGmioinspiredGyiGnatalystGtoGrrapheneGlcidGforGReversibleG
plectrocatalyticGsydrogenGzxidationUGACSeAppliedeMaterialsekamp;eInterfacesSG2020SGXYSG]cW]T]cXX 9.5 20

266 tmmobilizedGpnzymesGonGrrapheneGasGyanobiocatalystUGACSeAppliedeMaterialsekamp;eInterfacesSG
2020SGXYSGY]WTY]d 9.5 29

265 −niqueGcellularGnetworkGformationGguidedGbyGheterostructuresGbasedGonGreducedGgrapheneGoxideGTG
üinüGxγeneGhydrogelsUGActaeBiomaterialiaSG2020SGXX]SGXW[TXX] 10.8 15

264 zctylamineTxodifiedGqluorographenesGasGaGVersatileG–latformGforGtheGpfficientGpngineeringGofGtheG
yonlinearGzpticalG–ropertiesGofGqluorinatedGrraphenesUGAdvancedePhotonicseResearchSG2020SGXSGYWWWWX[ 1.9 2

263 –inningGultrasmallGgreigiteGnanoparticlesGonGgrapheneGforGeffectiveGtransitionTmetalTsulfideG
supercapacitorsGinGanGionicGliquidGelectrolyteUGJournaleofeMaterialseChemistryeASG2020SGcSGY]bXaTY]bYa 13 7

262 sierarchicalG–orousGrrapheneTtronGnarbideGsybridGoerivedGqromGqunctionalizedGrrapheneTmasedG
xetalTzrganicGrelGasGpfficientGplectrochemicalGoopamineGÖensorUGFrontierseineChemistrySG2020SGcSG][[ 5 5

261 xechanisticGtnsightGintoGtheGwimitingGqactorsGofGrrapheneTmasedGpnvironmentalGÖensorsUGACSe
AppliedeMaterialsekamp;eInterfacesSG2020SGXYSGZdba[TZdbbX 9.5 10

260 −−nrGRylGüetraloopGasGaGqormidableGqorceTqieldGnhallengeGforGxoGÖimulationsUGJournaleofe
ChemicaleTheoryeandeComputationSG2020SGXaSGbaWXTbaXb 6.4 9

259 sumanGvirusGdetectionGwithGgrapheneTbasedGmaterialsUGBiosensorseandeBioelectronicsSG2020SGXaaSGXXY[Za 11.8 74

258 xetalGsalideG–erovskitekxetalTzrganicGqrameworkGsybridseGÖynthesisSGoesignSG–ropertiesSGandG
lpplicationsUGSmallSG2020SGXaSGeYWW[cdX 11 16

257
üuningGtheG−VGspectrumGofG–lssGbyGmeansGofGdifferentGyTdopingGtypesGtakingGpyreneGasG
paradigmaticGexampleeGcategorizationGvalenceGbondGtheoryGandGhighTlevelGcomputationalG
approachesUGPhysicaleChemistryeChemicalePhysicsSG2020SGYYSGYYWWZTYYWX]

3.6 3

256 yewGwimitsGforGÖtabilityGofGÖupercapacitorGplectrodeGxaterialGmasedGonGrrapheneGoerivativeUG
NanomaterialsSG2020SGXWSG 5.4 7

255 üailoringGˇ�TconjugationGandGvibrationalGmodesGtoGsteerGonTsurfaceGsynthesisGofGpentaleneTbridgedG
ladderGpolymersUGNatureeCommunicationsSG2020SGXXSG[]ab 17.4 12

254 xolecularGqluorophoresGÖelfTzrganizeGintoGnTootGÖeedsGandGtncorporateGintoGnTootGÖtructuresUG
JournaleofePhysicaleChemistryeLettersSG2020SGXXSGcY]YTcY]c 6.4 9

253 ÖtretchTsealableGxolecularGyanofibersUGAdvancedeTheoryeandeSimulationsSG2020SGZSGYWWWWd[ 3.5 1

252 qormicGlcidSGaG−biquitousGbutGzverlookedGnomponentGofGtheGparlyGparthGltmosphereUGChemistryeseAe
EuropeaneJournalSG2020SGYaSGXYWb]TXYWcW 4.8 6

251 VariabilityGofGnâ��qGmondsGrovernsGtheGqormationGofGÖpecificGÖtructuralGxotifsGinGqluorinatedG
rraphenesUGJournaleofePhysicaleChemistryeCSG2019SGXYZSGYbcdaTYbdWZ 3.8 13

250 nombinedGhighGdegreeGofGcarboxylationGandGelectronicGconductionGinGgrapheneGacidGsetsGnewGlimitsG
forGmetalGfreeGcatalysisGinGalcoholGoxidationUGChemicaleScienceSG2019SGXWSGd[ZcTd[[] 9.4 13

(2019-2020)
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249
wargeGpnhancementGofGtheGyonlinearGzpticalGResponseGofGqluorographeneGbyGnhemicalG
qunctionalizationeGüheGnaseGofGoiethylTaminoTfluorographeneUGJournaleofePhysicaleChemistryeCSG2019SG
XYZSGY]c]aTY]caY

3.8 7

248 mimodalGroleGofGfluorineGatomsGinGfluorographeneGchemistryGopensGaGsimpleGwayGtowardGdoubleG
functionalizationGofGgrapheneUGCarbonSG2019SGX[]SGY]XTY]c 10.4 6

247 qlowGinducedGsewaGcellGdetachmentGkineticsGshowGthatGoxygenTcontainingGfunctionalGgroupsGinG
grapheneGoxideGareGpotentGcellGadhesionGenhancersUGNanoscaleSG2019SGXXSGZYYYTZYYc 7.7 10

246 llkynylationGofGgrapheneGviaGtheGÖonogashiraGnTnGcrossTcouplingGreactionGonGfluorographeneUG
ChemicaleCommunicationsSG2019SG]]SGXWccTXWdX 5.8 15

245 üuningGtheGmagneticGpropertiesGofGgrapheneGderivativesGbyGfunctionalGgroupGselectionUGPhysicale
ChemistryeChemicalePhysicsSG2019SGYXSGXYadbTXYbWZ 3.6 6

244 nhemicalGüuningGofGÖpecificGnapacitanceGinGqunctionalizedGqluorographeneUGChemistryeofeMaterialsSG
2019SGZXSG[adcT[bWd 9.6 19

243 sydrophobicGxetalTzrganicGqrameworksUGAdvancedeMaterialsSG2019SGZXSGeXdWWcYW 24 76

242 ÖingleTltomGnatalysiseGxixedTValenceGÖingleTltomGnatalystGoerivedGfromGqunctionalizedGrrapheneG
OldvUGxaterUGXbVYWXdPUGAdvancedeMaterialsSG2019SGZXSGXdbWXY] 24 5

241 tmprovingGtheG–erformanceGofGtheGlmberGRylGqorceGqieldGbyGüuningGtheGsydrogenTmondingG
tnteractionsUGJournaleofeChemicaleTheoryeandeComputationSG2019SGX]SGZYccTZZW] 6.4 56

240 tonGtnteractionsGacrossGrrapheneGinGplectrolyteGlqueousGÖolutionsUGJournaleofePhysicaleChemistryeCSG
2019SGXYZSGdbddTdcWa 3.8 14

239 ÖurfaceGterminationGofGxgmGunveiledGbyGaGcombinationGofGadsorptionGexperimentsGandGtheoreticalG
calculationsUGPhysicaleChemistryeChemicalePhysicsSG2019SGYXSGbZXZTbZYW 3.6 2

238 ühiophenolTxodifiedGqluorographeneGoerivativesGforGyonlinearGzpticalGlpplicationsUG
ChemPlusChemSG2019SGc[SGXYccTXYdc 2.8 11

237 ÖpectroscopicGqingerprintsGofGrraphiticSG–yrrolicSG–yridinicSGandGnhemisorbedGyitrogenGinGyToopedG
rrapheneUGJournaleofePhysicaleChemistryeCSG2019SGXYZSGXWad]TXWbWY 3.8 78

236 xixedTValenceGÖingleTltomGnatalystGoerivedGfromGqunctionalizedGrrapheneUGAdvancedeMaterialsSG
2019SGZXSGeXdWWZYZ 24 76

235 nyanographeneGandGrrapheneGlcideGüheGqunctionalGrroupGofGrrapheneGoerivativeGoeterminesGtheG
lpplicationGinGplectrochemicalGÖensingGandGnapacitorsUGChemElectroChemSG2019SGaSGYYdTYZ[ 4.3 17

234 tntrinsicGphotoluminescenceGofGamineTfunctionalizedGgrapheneGderivativesGforGbioimagingG
applicationsUGAppliedeMaterialseTodaySG2019SGXbSGXXYTXYY 6.6 17

233 xicrowaveGpnergyGorivesGIznTzffTznIGÖpinTÖwitchGmehaviorGinGyitrogenToopedGrrapheneUG
AdvancedeMaterialsSG2019SGZXSGeXdWY]cb 24 10

232 –arallelGrTtriplexesGandGrThairpinsGasGpotentialGtransitoryGensemblesGinGtheGfoldingGofG
parallelTstrandedGoylGrT—uadruplexesUGNucleiceAcidseResearchSG2019SG[bSGbYbaTbYdZ 20.1 24
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231 ÖhapeTlssistedGYoGxzqVrrapheneGoerivedGsybridsGasGpxceptionalGwithiumTtonGmatteryGplectrodesUG
AdvancedeFunctionaleMaterialsSG2019SGYdSGXdWY]Zd 15.6 71

230 –alladiumGnanoparticlesGsupportedGonGgrapheneGacideGaGstableGandGecoTfriendlyGbifunctionalGnâ��nG
homoTGandGcrossTcouplingGcatalystUGGreeneChemistrySG2019SGYXSG]YZcT]Y[b 10 23

229 mandTpdgeGpngineeringGatGtheGnarbonGootâ��üizYGtnterfaceGbyGÖubstitutionalGmoronGoopingUGJournale
ofePhysicaleChemistryeCSG2019SGXYZSG]dcWT]dcc 3.8 2

228 ÖelectiveGqunctionalizationGmlendedGwithGÖcaffoldGnonductivityGinGrrapheneGlcidG–romotesGszG
plectrochemicalGÖensingUGACSeOmegaSG2019SG[SGXdd[[TXdd]Y 3.9 12

227 ühermallyGreducedGfluorographenesGasGefficientGelectrodeGmaterialsGforGsupercapacitorsUGNanoscaleSG
2019SGXXSGYXZa[TYXZb] 7.7 10

226 tnteractionGofGsingleTGandGdoubleTstrandedGoylGwithGmultilayerGxγeneGbyGfluorescenceG
spectroscopyGandGmolecularGdynamicsGsimulationsUGChemicaleScienceSG2019SGXWSGXWWXWTXWWXb 9.4 29

225 novalentlyGfunctionalizedGgrapheneGasGaGsupercapacitorGelectrodeGmaterialUGFlatChemSG2019SGXZSGY]TZZ 5.1 42

224 lreneGnsGinsertionGcatalyzedGbyGferroceneGcovalentlyGheterogenizedGonGgrapheneGacidUGCarbonSG
2019SGX[ZSGZXcTZYc 10.4 17

223
xembraneTattachedGmammalianGcytochromesG–[]WeGlnGoverviewGofGtheGmembraneNsGeffectsGonG
structureSGdrugGbindingSGandGinteractionsGwithGredoxGpartnersUGJournaleofeInorganiceBiochemistrySG
2018SGXcZSGXXbTXZa

4.2 64

222 ÖtructuralGoynamicsGofGnarbonGootsGinGαaterGandGySGyToimethylformamideG–robedGbyGlllTltomG
xolecularGoynamicsGÖimulationsUGJournaleofeChemicaleTheoryeandeComputationSG2018SGX[SGYWbaTYWcZ 6.4 24

221 RoleGofGtheGpuckeredGanisotropicGsurfaceGinGtheGsurfaceGandGadsorptionGpropertiesGofGblackG
phosphorusUGNanoscaleSG2018SGXWSGcdbdTcdcc 7.7 23

220 xorphologyToependentGxagnetismGinGyanographeneeGmeyondGyanoribbonsUGAdvancedeFunctionale
MaterialsSG2018SGYcSGXcWW]dY 15.6 3

219 ReactivityGofGfluorographeneGisGtriggeredGbyGpointGdefectseGbeyondGtheGperfectGYoGworldUGNanoscaleSG
2018SGXWSG[adaT[bWb 7.7 45

218 nhannelsomeGdatabaseGofGbiomacromolecularGtunnelsGandGporesUGNucleiceAcidseResearchSG2018SG[aSGoZddTo[W]20.1 22

217 RylGÖtructuralGoynamicsGlsGnapturedGbyGxolecularGÖimulationseGlGnomprehensiveGzverviewUG
ChemicaleReviewsSG2018SGXXcSG[XbbT[ZZc 68.1 235

216 RylGnanopatterningGonGgrapheneUGyDeMaterialsSG2018SG]SGWZXWWa 5.9 10

215 ÖtructuralGpatternsGofGtheGhumanGlmnn[VxR–[GexporterGinGlipidGbilayersGrationalizeGclinicallyG
observedGpolymorphismsUGPharmacologicaleResearchSG2018SGXZZSGZXcTZYb 10.2 11

214
rrapheneeGsighT–erformanceGÖupercapacitorsGmasedGonGaGζwitterionicGyetworkGofGnovalentlyG
qunctionalizedGrrapheneGwithGtronGüetraaminophthalocyanineGOldvUGqunctUGxaterUGYdVYWXcPUG
AdvancedeFunctionaleMaterialsSG2018SGYcSGXcbWYWZ

15.6

(2018-2019)
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213 yonTcovalentGcontrolGofGspinTstateGinGmetalTorganicGcomplexGbyGpositioningGonGyTdopedGgrapheneUG
NatureeCommunicationsSG2018SGdSGYcZX 17.4 52

212 rrapheneeGxorphologyToependentGxagnetismGinGyanographeneeGmeyondGyanoribbonsGOldvUGqunctUG
xaterUGYYVYWXcPUGAdvancedeFunctionaleMaterialsSG2018SGYcSGXcbWX[b 15.6

211 YoGnhemistryeGnhemicalGnontrolGofGrrapheneGoerivatizationUGJournaleofePhysicaleChemistryeLettersSG
2018SGdSGZ]cWTZ]c] 6.4 34

210 lTGtoGmToylGüransitionGinGlxmpRGqorceGqieldsGandGttsGnouplingGtoGÖugarG–uckerUGJournaleofeChemicale
TheoryeandeComputationSG2018SGX[SGZXdTZYc 6.4 13

209 ζigzagGspGnarbonGnhainsG–assingGthroughGanGspGqrameworkeGlGorivingGqorceGtowardG
RoomTüemperatureGqerromagneticGrrapheneUGACSeNanoSG2018SGXYSGXYc[bTXYc]d 16.7 10

208 mondingGxotifsGinGxetalTzrganicGnompoundsGonGÖurfacesUGJournaleofetheeAmericaneChemicaleSocietySG
2018SGX[WSGXYcc[TXYccd 16.4 13

207 wipidGbilayerGpositionGandGorientationGofGnovelGcarprofensSGmodulatorsGofG˛‡TsecretaseGinGllzheimerNsG
diseaseUGBiochimicaeEteBiophysicaeActaeseBiomembranesSG2018SGXcaWSGYYY[TYYZZ 3.8 0

206 ÖtructuralGdynamicsGofGpropellerGloopeGtowardsGfoldingGofGRylGrTquadruplexUGNucleiceAcidseResearch
SG2018SG[aSGcb][TcbbX 20.1 18

205 xzwponlineeGaGwebTbasedGtoolGforGanalyzingGchannelsSGtunnelsGandGporesGOYWXcGupdatePUGNucleice
AcidseResearchSG2018SG[aSGαZacTαZbZ 20.1 112

204 sighT–erformanceGÖupercapacitorsGmasedGonGaGζwitterionicGyetworkGofGnovalentlyGqunctionalizedG
rrapheneGwithGtronGüetraaminophthalocyanineUGAdvancedeFunctionaleMaterialsSG2018SGYcSGXcWXXXX 15.6 32

203 RoleGofGtheGpdgeG–ropertiesGinGtheGsydrogenGpvolutionGReactionGonGxoÖUGChemistryeseAeEuropeane
JournalSG2017SGYZSG[caZT[cad 4.8 27

202 oopingGwithGrraphiticGyitrogenGüriggersGqerromagnetismGinGrrapheneUGJournaleofetheeAmericane
ChemicaleSocietySG2017SGXZdSGZXbXTZXcW 16.4 124

201
tnfluenceGofGmttGmackboneGÖubstatesGonGoylGüwisteGlG−nifiedGViewGandGnomparisonGofGÖimulationG
andGpxperimentGforGlllGXZaGoistinctGüetranucleotideGÖequencesUGJournaleofeChemicaleInformatione
andeModelingSG2017SG]bSGYb]TYcb

6.1 25

200 ldsorptionGofGzrganicGxoleculesGtoGvanGderGαaalsGxaterialseGnomparisonGofGqluorographeneGandG
qluorographiteGwithGrrapheneGandGrraphiteUGJournaleofeChemicaleTheoryeandeComputationSG2017SGXZSGXZYcTXZ[W6.4 34

199 sighTεieldGllkylationGandGlrylationGofGrrapheneGviaGrrignardGReactionGwithGqluorographeneUG
ChemistryeofeMaterialsSG2017SGYdSGdYaTdZW 9.6 55

198 qunctionalGyanosheetGÖynthonsGbyGnovalentGxodificationGofGüransitionTxetalGoichalcogenidesUG
ChemistryeofeMaterialsSG2017SGYdSGYWaaTYWbZ 9.6 38

197 RoomGtemperatureGorganicGmagnetsGderivedGfromGspGfunctionalizedGgrapheneUGNaturee
CommunicationsSG2017SGcSGX[]Y] 17.4 81

196 nyanographeneGandGrrapheneGlcideGpmergingGoerivativesGpnablingGsighTεieldGandGÖelectiveG
qunctionalizationGofGrrapheneUGACSeNanoSG2017SGXXSGYdcYTYddX 16.7 99

MichaltOtyepka
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195 tnteractionGofGtheGseliumSGsydrogenSGlirSGlrgonSGandGyitrogenGmubblesGwithGrraphiteGÖurfaceGinG
αaterUGACSeAppliedeMaterialsekamp;eInterfacesSG2017SGdSGXb]XbTXb]Y] 9.5 10

194 yonenzymaticGzligomerizationGofGZNS]NTnyclicGnx–GtnducedGbyG–rotonGandG−VGtrradiationGsintsGatGaG
yonfastidiousGzriginGofGRylUGChemBioChemSG2017SGXcSGX]Z]TX][Z 3.8 12

193 pxploringGtheGoynamicsGofG–ropellerGwoopsGinGsumanGüelomericGoylG—uadruplexesG−singGltomisticG
ÖimulationsUGJournaleofeChemicaleTheoryeandeComputationSG2017SGXZSGY[]cTY[cW 6.4 30

192 nhemistrySGpropertiesSGandGapplicationsGofGfluorographeneUGAppliedeMaterialseTodaySG2017SGdSGaWTbW 6.6 154

191 pxactGrolesGofGindividualGchemicalGformsGofGnitrogenGinGtheGphotoluminescentGpropertiesGofG
nitrogenTdopedGcarbonGdotsUGAppliedeMaterialseTodaySG2017SGbSGXdWTYWW 6.6 31

190 yoncanonicalG˛–V˛‡GmackboneGnonformationsGinGRylGandGtheGlccuracyGofGüheirGoescriptionGbyGtheG
lxmpRGqorceGqieldUGJournaleofePhysicaleChemistryeBSG2017SGXYXSGY[YWTY[ZZ 3.4 22

189 qoldingGofGguanineGquadruplexGmoleculesTfunnelTlikeGmechanismGorGkineticGpartitioningjGlnG
overviewGfromGxoGsimulationGstudiesUGBiochimicaeEteBiophysicaeActaeseGeneraleSubjectsSG2017SGXcaXSGXY[aTXYaZ4 66

188 qirstTprinciplesGstudyGofGtheGmechanismGofGwettabilityGtransitionGofGdefectiveGgrapheneUG
NanotechnologySG2017SGYcSGWa[WWZ 3.4 8

187 tsGÖingleGwayerGxoÖGÖtableGinGtheGlirjUGChemistryeseAeEuropeaneJournalSG2017SGYZSGXZYZZTXZYZd 4.8 57

186 xolecularGinsightsGintoGtheGroleGofGaGdistalGqY[WlGmutationGthatGaltersGnε–XlXGactivityGtowardsG
persistentGorganicGpollutantsUGBiochimicaeEteBiophysicaeActaeseGeneraleSubjectsSG2017SGXcaXSGYc]YTYcaW 4 11

185 rraphiticGyitrogenGüriggersGRedGqluorescenceGinGnarbonGootsUGACSeNanoSG2017SGXXSGXY[WYTXY[XW 16.7 351

184 ÖurfaceGpropertiesGofGxoÖGprobedGbyGinverseGgasGchromatographyGandGtheirGimpactGonG
electrocatalyticGpropertiesUGNanoscaleSG2017SGdSGXdYZaTXdY[[ 7.7 15

183 xappingGtheGnhemicalGÖpaceGofGtheGRylGnleavageGandGttsGtmplicationsGforGRibozymeGnatalysisUG
JournaleofePhysicaleChemistryeBSG2017SGXYXSGXWcYcTXWc[W 3.4 4

182 pffectGofGxonovalentGtonG–arametersGonGxolecularGoynamicsGÖimulationsGofGrT—uadruplexesUG
JournaleofeChemicaleTheoryeandeComputationSG2017SGXZSGZdXXTZdYa 6.4 42

181 sowGtoGunderstandGatomisticGmolecularGdynamicsGsimulationsGofGRylGandGproteinTRylGcomplexesjUG
WileyeInterdisciplinaryeReviewseRNASG2017SGcSGeX[W] 9.3 42

180 oirectGmappingGofGchemicalGoxidationGofGindividualGgrapheneGsheetsGthroughGdynamicGforceG
measurementsGatGtheGnanoscaleUGNanoscaleSG2017SGdSGXXdTXYb 7.7 17

179 xodellingGofGgrapheneGfunctionalizationUGPhysicaleChemistryeChemicalePhysicsSG2016SGXcSGaZ]XTbY 3.6 161

178 pxponentialGrepulsionGimprovesGstructuralGpredictabilityGofGmolecularGdockingUGJournaleofe
ComputationaleChemistrySG2016SGZbSGY[c]Td[ 3.5 7

(2016-2017)
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177 nomputerGqoldingGofGRylGüetraloopseGtdentificationGofGveyGqorceGqieldGoeficienciesUGJournaleofe
ChemicaleTheoryeandeComputationSG2016SGXYSG[]Z[T[c 6.4 77

176 zrganicGadsorbatesGhaveGhigherGaffinitiesGtoGfluorographeneGthanGtoGgrapheneUGAppliedeMaterialse
TodaySG2016SG]SGX[YTX[d 6.6 39

175 lssessingGtheGnurrentGÖtateGofGlmberGqorceGqieldGxodificationsGforGoylUGJournaleofeChemicale
TheoryeandeComputationSG2016SGXYSG[XX[TYb 6.4 203

174 üheGRoleGofG–roteinT–roteinGandG–roteinTxembraneGtnteractionsGonG–[]WGqunctionUGDruge
MetabolismeandeDispositionSG2016SG[[SG]baTdW 4 27

173 qluorinatedGgraphenesGasGadvancedGbiosensorsGTGeffectGofGfluorineGcoverageGonGelectronGtransferG
propertiesGandGadsorptionGofGbiomoleculesUGNanoscaleSG2016SGcSGXYXZ[T[Y 7.7 56

172
RoleGofGpnzymeGqlexibilityGinGwigandGlccessGandGpgressGtoGlctiveGÖiteeGmiasTpxchangeGxetadynamicsG
ÖtudyGofGXSZSbTürimethyluricGlcidGinGnytochromeG–[]WGZl[UGJournaleofeChemicaleTheoryeande
ComputationSG2016SGXYSGYXWXTd

6.4 35

171 ÖtabilizingGandGxodulatingGnolorGbyGnopigmentationeGtnsightsGfromGüheoryGandGpxperimentUG
ChemicaleReviewsSG2016SGXXaSG[dZbTcY 68.1 258

170 rraphiticGyitrogenGoopingGinGnarbonGootsGnausesGRedTÖhiftedGlbsorptionUGJournaleofePhysicale
ChemistryeCSG2016SGXYWSGXZWZTXZWc 3.8 149

169 ÖtructuralGmioinformaticsGoatabasesGofGreneralG−seUGSpringerBriefseineBiochemistryeandeMoleculare
BiologySG2016SGXbTZW

168 miomimeticGÖuperhydrophobicVÖuperoleophilicGsighlyGqluorinatedGrrapheneGzxideGandGζtqTcG
nompositesGforGzilTαaterGÖeparationUGAngewandteeChemieeseInternationaleEditionSG2016SG]]SGXXbcTcY 16.4 295

167 ÖurfaceGheterogeneityeGtnformationGfromGinverseGgasGchromatographyGandGapplicationGtoGmodelG
pharmaceuticalGsubstancesUGCurrenteOpinioneineColloideandeInterfaceeScienceSG2016SGY[SGa[TbX 7.6 22

166 tnGsilicoGpharmacologyeGorugGmembraneGpartitioningGandGcrossingUGPharmacologicaleResearchSG2016SG
XXXSG[bXT[ca 10.2 33

165 ÖulfurGoopingGtnducesGÖtrongGqerromagneticGzrderingGinGrrapheneeGpffectGofGnoncentrationGandG
ÖubstitutionGxechanismUGAdvancedeMaterialsSG2016SGYcSG]W[]T]Z 24 67

164 miomimetischeGsuperhydrophobeVsuperoleophileGhochGfluorierteGrraphenoxidTζtqTcTvompositeGfˆ…rG
dieGˆ�lTαasserTürennungUGAngewandteeChemieSG2016SGXYcSGXXdZTXXdb 3.6 12

163 qerromagnetismeGÖulfurGoopingGtnducesGÖtrongGqerromagneticGzrderingGinGrrapheneeGpffectGofG
noncentrationGandGÖubstitutionGxechanismGOldvUGxaterUGY]VYWXaPUGAdvancedeMaterialsSG2016SGYcSG]XZd 24 5

162 ÖtructuralGmioinformaticsGüoolsGforGorugGoesignUGSpringerBriefseineBiochemistryeandeMoleculare
BiologySG2016SG 2

161 miomacromolecularGqragmentsGandG–atternsUGSpringerBriefseineBiochemistryeandeMoleculareBiologySG
2016SGbTX]

160 oetectionGofGnhannelsUGSpringerBriefseineBiochemistryeandeMoleculareBiologySG2016SG]dTad 1
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159 –hotoluminescentGnarbonGyanostructuresUGChemistryeofeMaterialsSG2016SGYcSG[Wc]T[XYc 9.6 150

158 pffectGofGwipidGnhargeGonGxembraneGtmmersionGofGnytochromeG–[]WGZl[UGJournaleofePhysicale
ChemistryeBSG2016SGXYWSGXXYW]TXXYXZ 3.4 17

157 oimerizationGofGquercetinSGoielsTllderGvsUGradicalTcouplingGapproacheGaGjointGthermodynamicsSG
kineticsSGandGtopologicalGstudyUGJournaleofeMoleculareModelingSG2016SGYYSGXdW 2 9

156
xultidrugGresistanceTassociatedGproteinG[GOxR–[PGcontrolsGganciclovirGintracellularGaccumulationG
andGcontributesGtoGganciclovirTinducedGneutropeniaGinGrenalGtransplantGpatientsUGPharmacologicale
ResearchSG2016SGXXXSG]WXT]Wc

10.2 12

155 ühiofluorographeneThydrophilicGgrapheneGderivativeGwithGsemiconductingGandGgenosensingG
propertiesUGAdvancedeMaterialsSG2015SGYbSGYZW]TXW 24 74

154 üheGroleGofGanGactiveGsiteGxgOYRPGinGsoVGribozymeGselfTcleavageeGinsightsGfromG—xVxxGcalculationsUG
PhysicaleChemistryeChemicalePhysicsSG2015SGXbSGabWTd 3.6 22

153
tnsightsGintoGÖtabilityGandGqoldingGofGryRlGandG−ynrGüetraloopsGRevealedGbyGxicrosecondG
xolecularGoynamicsGandGαellTüemperedGxetadynamicsUGJournaleofeChemicaleTheoryeande
ComputationSG2015SGXXSGZcaaTbb

6.4 39

152 ÖtructuralGnhangesGinGneramideGmilayersGRationalizeGtncreasedG–ermeationGthroughGÖtratumG
norneumGxodelsGwithGÖhorterGlcylGüailsUGJournaleofePhysicaleChemistryeBSG2015SGXXdSGdcXXTd 3.4 39

151 wipocarbazoleSGanGefficientGlipidGperoxidationGinhibitorGanchoredGinGtheGmembraneUGBioorganiceande
MedicinaleChemistrySG2015SGYZSG[caaT[cbW 3.4 8

150 ReactivityGofGqluorographeneeGlGqacileGαayGtowardGrrapheneGoerivativesUGJournaleofePhysicale
ChemistryeLettersSG2015SGaSGX[ZWT[ 6.4 81

149 yatureGofGlbsorptionGmandsGinGzxygenTqunctionalizedGrraphiticGnarbonGootsUGJournaleofePhysicale
ChemistryeCSG2015SGXXdSGXZZadTXZZbZ 3.8 74

148 ReactiveGconformationGofGtheGactiveGsiteGinGtheGhairpinGribozymeGachievedGbyGmolecularGdynamicsG
simulationsGwithG˛µV˛¶GforceGfieldGreparametrizationsUGJournaleofePhysicaleChemistryeBSG2015SGXXdSG[YYWTd 3.4 31

147 oichlorocarbeneTqunctionalizedGqluorographeneeGÖynthesisGandGReactionGxechanismUGSmallSG2015SG
XXSGZbdWTa 11 30

146 ÖynergismGofGantioxidantGactionGofGvitaminsGpSGnGandGquercetinGisGrelatedGtoGformationGofGmolecularG
associationsGinGbiomembranesUGChemicaleCommunicationsSG2015SG]XSGbbXZTa 5.8 50

145 rrapheneeGühiofluorographeneâ��sydrophilicGrrapheneGoerivativeGwithGÖemiconductingGandG
renosensingG–ropertiesGOldvUGxaterUGX[VYWX]PUGAdvancedeMaterialsSG2015SGYbSGY[WbTY[Wb 24 4

144 nhemicalGfeasibilityGofGtheGgeneralGacidVbaseGmechanismGofGglmÖGribozymeGselfTcleavageUG
BiopolymersSG2015SGXWZSG]]WTaY 2.2 8

143 üheGsurfaceGandGstructuralGpropertiesGofGgraphiteGfluorideUGCarbonSG2015SGd[SGcW[TcWd 10.4 44

142 sairpinsGparticipatingGinGfoldingGofGhumanGtelomericGsequenceGquadruplexesGstudiedGbyGstandardG
andGüTRpxoGsimulationsUGNucleiceAcidseResearchSG2015SG[ZSGdaYaT[[ 20.1 37

(2015-2016)
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141
tnterplayGbetweenGpthanolGldsorptionGtoGsighTpnergyGÖitesGandGnlusteringGonGrrapheneGandG
rraphiteGlltersGtheGxeasuredGtsostericGldsorptionGpnthalpiesUGJournaleofePhysicaleChemistryeCSG2015SG
XXdSGYW]Z]TYW][Z

3.8 25

140 αobbleGpairsGofGtheGsoVGribozymeGplayGspecificGrolesGinGstabilizationGofGactiveGsiteGdynamicsUG
PhysicaleChemistryeChemicalePhysicsSG2015SGXbSG]ccbTdWW 3.6 3

139 RefinementGofGtheGÖugarT–hosphateGmackboneGüorsionGmetaGforGlxmpRGqorceGqieldsGtmprovesGtheG
oescriptionGofGζTGandGmToylUGJournaleofeChemicaleTheoryeandeComputationSG2015SGXXSG]bYZTZa 6.4 243

138 xalonateTbasedGinhibitorsGofGmammalianGserineGracemaseeGkineticGcharacterizationGandG
structureTbasedGcomputationalGstudyUGEuropeaneJournaleofeMedicinaleChemistrySG2015SGcdSGXcdTdb 6.8 41

137 xolecularGdynamicGsimulationsGofGproteinVRylGcomplexeseGnRtÖ–RVnsy[GendoribonucleaseUG
BiochimicaeEteBiophysicaeActaeseGeneraleSubjectsSG2015SGXc]WSGXWbYTXWdW 4 17

136 ÖurfaceGenergyGanalysisGOÖplPGandGrheologyGofGpowderGmilkGdairyGproductsUGFoodeChemistrySG2015SG
Xb[SGY]TZW 8.5 20

135 zpticalGpropertiesGofGwineGpigmentseGtheoreticalGguidelinesGwithGnewGmethodologicalGperspectivesUG
TetrahedronSG2015SGbXSGZWbdTZWcc 2.4 23

134 ÖtructureSGdynamicalGstabilitySGandGelectronicGpropertiesGofGphasesGinGüaÖYGfromGaGhighTlevelG
quantumGmechanicalGcalculationUGPhysicaleRevieweBSG2015SGdYSG 3.3 29

133 narbonTmasedGxaterialsGatGyanoscaleUGJournaleofeNanomaterialsSG2015SGYWX]SGXTY 3.2 2

132 lccurateGsurfaceGenergiesGfromGfirstGprinciplesUGPhysicaleRevieweBSG2015SGdXSG 3.3 30

131 qluorographeneeGoichlorocarbeneTqunctionalizedGqluorographeneeGÖynthesisGandGReactionG
xechanismGOÖmallGZXVYWX]PUGSmallSG2015SGXXSGZbcdTZbcd 11 2

130
xicrosecondTÖcaleGxoGÖimulationsGofGstVTXGotÖGvissingTwoopGnomplexesG–redictGmulgedTtnG
nonformationGofGtheGmulgedGmasesGandGRevealGtnterestingGoifferencesGbetweenGlvailableGVariantsG
ofGtheGlxmpRGRylGqorceGqieldsUGJournaleofePhysicaleChemistryeBSG2015SGXXdSGX]XbaTdW

3.4 16

129 noarseTgrainGsimulationsGofGskinGceramideGyÖGwithGnewlyGderivedGparametersGclarifyGstructureGofG
meltedGphaseUGJournaleofePhysicaleChemistryeBSG2015SGXXdSGZdccTdc 3.4 20

128
nhoosingGaGdensityGfunctionalGforGmodelingGadsorptiveGhydrogenGstorageeGreferenceGquantumG
mechanicalGcalculationsGandGaGcomparisonGofGdispersionTcorrectedGdensityGfunctionalsUGPhysicale
ChemistryeChemicalePhysicsSG2015SGXbSGa[YZTZY

3.6 27

127 pffectGofGcholesterolGonGtheGstructureGofGmembraneTattachedGcytochromeG–[]WGZl[UGJournaleofe
ChemicaleInformationeandeModelingSG2015SG]]SGaYcTZ] 6.1 15

126 nanGαeGpxecuteGÖtableGxicrosecondTÖcaleGltomisticGÖimulationsGofG–roteinTRylGnomplexesjUG
JournaleofeChemicaleTheoryeandeComputationSG2015SGXXSGXYYWT[Z 6.4 53

125 sydrophilicGyanotubeGÖupportedGrrapheneâ��αaterGoispersibleGnarbonGÖuperstructureGwithG
pxcellentGnonductivityUGAdvancedeFunctionaleMaterialsSG2015SGY]SGX[cXTX[cb 15.6 56

124 üheGnatureGofGhighGsurfaceGenergyGsitesGinGgrapheneGandGgraphiteUGCarbonSG2014SGbZSG[[cT[]Z 10.4 36
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123 –hotoluminescenceGeffectsGofGgraphiticGcoreGsizeGandGsurfaceGfunctionalGgroupsGinGcarbonGdotseG
nzzâ��GinducedGredTshiftGemissionUGCarbonSG2014SGbWSGYbdTYca 10.4 183

122 qluorographitesGOnqOxPPnGexhibitGimprovedGheterogeneousGelectronTtransferGratesGwithGincreasingG
levelGofGfluorinationeGtowardsGtheGsensingGofGbiomoleculesUGChemistryeseAeEuropeaneJournalSG2014SGYWSGaaa]TbX4.8 41

121 xolecularGoynamicsGÖimulationsGofGyucleicGlcidsUGqromGüetranucleotidesGtoGtheGRibosomeUGJournale
ofePhysicaleChemistryeLettersSG2014SG]SGXbbXTcY 6.4 113

120 mandGgapsGandGopticalGspectraGfromGsingleTGandGdoubleTlayerGfluorographeneGtoGgraphiteGfluorideeG
manyTbodyGeffectsGandGexcitonicGstatesUGAnnaleneDerePhysikSG2014SG]YaSG[WcT[X[ 2.6 42

119 lnaerobicGReactionGofGyanoscaleGζerovalentGtronGwithGαatereGxechanismGandGvineticsUGJournaleofe
PhysicaleChemistryeCSG2014SGXXcSGXZcXbTXZcY] 3.8 87

118 maseG–airGqrayingGinGxolecularGoynamicsGÖimulationsGofGoylGandGRylUGJournaleofeChemicaleTheorye
andeComputationSG2014SGXWSGZXbbTcd 6.4 106

117 —uaternizedGcarbonGdotTmodifiedGgrapheneGoxideGforGselectiveGcellGlabellingTTcontrolledGnucleusG
andGcytoplasmGimagingUGChemicaleCommunicationsSG2014SG]WSGXWbcYT] 5.8 70

116 lGhighGefficiencyGsYÖGgasGsensorGmaterialeGpaperGlikeGqeYzZVgrapheneGnanosheetsGandGstructuralG
alignmentGdependencyGofGdeviceGefficiencyUGJournaleofeMaterialseChemistryeASG2014SGYSGabX[TabXb 13 79

115 —uantumGxonteGnarloGforGnoncovalentGinteractionseGanGefficientGprotocolGattainingGbenchmarkG
accuracyUGPhysicaleChemistryeChemicalePhysicsSG2014SGXaSGYWdX]TYZ 3.6 42

114 nomparisonGofGabGtnitioSGoqüSGandGÖemiempiricalG—xVxxGlpproachesGforGoescriptionGofGnatalyticG
xechanismGofGsairpinGRibozymeUGJournaleofeChemicaleTheoryeandeComputationSG2014SGXWSGXaWcTYY 6.4 48

113 lmphiphilicGdrugTlikeGmoleculesGaccumulateGinGaGmembraneGbelowGtheGheadGgroupGregionUGJournale
ofePhysicaleChemistryeBSG2014SGXXcSGXWZWTd 3.4 75

112 menchmarkingGofGqorceGqieldsGforGxoleculeTxembraneGtnteractionsUGJournaleofeChemicaleTheoryeande
ComputationSG2014SGXWSG[X[ZT]X 6.4 61

111
pnergiesGandGYNTsydroxylGrroupGzrientationsGofGRylGmackboneGnonformationsUGmenchmarkG
nnÖoOüPVnmÖGoatabaseSGplectronicGlnalysisSGandGlssessmentGofGoqüGxethodsGandGxoGÖimulationsUG
JournaleofeChemicaleTheoryeandeComputationSG2014SGXWSG[aZTcW

6.4 20

110 üheGnatureGofGbondingGandGelectronicGpropertiesGofGgrapheneGandGbenzeneGwithGiridiumGadatomsUG
PhysicaleChemistryeChemicalePhysicsSG2014SGXaSGYWcXcTYb 3.6 8

109 yζVtGmodifiedGmagneticGfilterGpaperGwithGhighGredoxGandGcatalyticGactivitiesGforGadvancedGwaterG
treatmentGtechnologiesUGChemicaleCommunicationsSG2014SG]WSGX]abZTa 5.8 27

108 lreGαatersGaroundGRylGxoreGthanGuustGaGÖolventjGTGlnGtnsightGfromGxolecularGoynamicsG
ÖimulationsUGJournaleofeChemicaleTheoryeandeComputationSG2014SGXWSG[WXTXX 6.4 28

107 oisparateGsoVGribozymeGcrystalGstructuresGrepresentGintermediatesGonGaGruggedGfreeTenergyG
landscapeUGRnaSG2014SGYWSGXXXYTYc 5.8 15

106 nhemicalGnatureGofGboronGandGnitrogenGdopantGatomsGinGgrapheneGstronglyGinfluencesGitsGelectronicG
propertiesUGPhysicaleChemistryeChemicalePhysicsSG2014SGXaSGX[YZXT] 3.6 68

(2014-2014)
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105 nhallengesGinGtheGtheoreticalGdescriptionGofGnanoparticleGreactivityeGyanoGzeroTvalentGironUG
InternationaleJournaleofeQuantumeChemistrySG2014SGXX[SGdcbTddY 2.1 11

104 RationalizationGofGreducedGpenetrationGofGdrugsGthroughGceramideGgelGphaseGmembraneUGLangmuirSG
2014SGZWSGXZd[YTc 4 22

103 lnatomyGofGenzymeGchannelsUGBMCeBioinformaticsSG2014SGX]SGZbd 3.6 61

102 ÖtructuralGpropertiesGofGnε–YoaeGrequirementsGforGsubstratesGandGinhibitorsG2014SGacTbc

101
mandGrapsGandGzpticalGÖpectraGofGnhlorographeneSGqluorographeneGandGrraphaneGfromGrWαWSG
rαWGandGrαGnalculationsGonGüopGofG–mpGandGsÖpWaGzrbitalsUGJournaleofeChemicaleTheoryeande
ComputationSG2013SGdSG[X]]Ta[

6.4 115

100 üowardGtmprovedGoescriptionGofGoylGmackboneeGRevisitingGppsilonGandGζetaGüorsionGqorceGqieldG
–arametersUGJournaleofeChemicaleTheoryeandeComputationSG2013SGdSGYZZdTYZ][ 6.4 205

99 mehaviorGofGhumanGcytochromesG–[]WGonGlipidGmembranesUGJournaleofePhysicaleChemistryeBSG2013SG
XXbSGXX]]aTa[ 3.4 79

98 yatureGandGmagnitudeGofGaromaticGbaseGstackingGinGoylGandGRyleG—uantumGchemistrySGmolecularG
mechanicsSGandGexperimentUGBiopolymersSG2013SGddSGdbcTcc 2.2 80

97 xzwpGYUWeGadvancedGapproachGforGanalysisGofGbiomacromolecularGchannelsUGJournaleofe
CheminformaticsSG2013SG]SGZd 8.6 183

96 —uantumGxonteGnarloGxethodsGoescribeGyoncovalentGtnteractionsGwithGÖubchemicalGlccuracyUG
JournaleofeChemicaleTheoryeandeComputationSG2013SGdSG[YcbTdY 6.4 80

95 pffectGofGguanineGtoGinosineGsubstitutionGonGstabilityGofGcanonicalGoylGandGRylGduplexeseG
molecularGdynamicsGthermodynamicsGintegrationGstudyUGJournaleofePhysicaleChemistryeBSG2013SGXXbSGXcbYTd3.4 33

94 ÖpinTnrossingGinGanGzrganometallicG–tTmenzeneGnomplexUGJournaleofeChemicaleTheoryeande
ComputationSG2013SGdSGX[aXTc 6.4 18

93 ÖurfaceGenergyGanalysisGOÖplPGstudyGofGhyaluronanGpowdersUGColloidseandeSurfaceseA:ePhysicochemicale
andeEngineeringeAspectsSG2013SG[ZaSGXXbWTXXb[ 5.1 8

92 nomputerGqoldingGofGRylGüetraloopsjGlreGαeGühereGεetjUGJournaleofeChemicaleTheoryeande
ComputationSG2013SGdSGYXX]TY] 6.4 69

91 ldsorptionGofGsmallGorganicGmoleculesGonGgrapheneUGJournaleofetheeAmericaneChemicaleSocietySG2013SG
XZ]SGaZbYTb 16.4 354

90
menchmarkGquantumTchemicalGcalculationsGonGaGcompleteGsetGofGrotamericGfamiliesGofGtheGoylG
sugarTphosphateGbackboneGandGtheirGcomparisonGwithGmodernGdensityGfunctionalGtheoryUGPhysicale
ChemistryeChemicalePhysicsSG2013SGX]SGbYd]TZXW

3.6 25

89 —uantificationGofGtheGinteractionGforcesGbetweenGmetalsGandGgrapheneGbyGquantumGchemicalG
calculationsGandGdynamicGforceGmeasurementsGunderGambientGconditionsUGACSeNanoSG2013SGbSGXa[aT]X 16.7 60
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believeGinUGAccountseofeChemicaleResearchSG2010SG[ZSG[WTb 24.3 140

47
pxtensiveGmolecularGdynamicsGsimulationsGshowingGthatGcanonicalGrcGandGprotonatedGlZcsRGformsG
areGmostGconsistentGwithGcrystalGstructuresGofGhairpinGribozymeUGJournaleofePhysicaleChemistryeBSG
2010SGXX[SGaa[YT]Y

3.4 72

46
pxplicitGαaterGxodelsGlffectGtheGÖpecificGÖolvationGandGoynamicsGofG−nfoldedG–eptidesGαhileGtheG
nonformationalGmehaviorGandGqlexibilityGofGqoldedG–eptidesGRemainGtntactUGJournaleofeChemicale
TheoryeandeComputationSG2010SGaSGZ]adTbd

6.4 75

45 –rotonationGstatesGofGtheGkeyGactiveGsiteGresiduesGandGstructuralGdynamicsGofGtheGglmÖGriboswitchGasG
revealedGbyGmolecularGdynamicsUGJournaleofePhysicaleChemistryeBSG2010SGXX[SGcbWXTXY 3.4 53

44
nonformationalGpnergiesGofGoylGÖugarâ��–hosphateGmackboneeGReferenceG—xGnalculationsGandGaG
nomparisonGwithGoensityGqunctionalGüheoryGandGxolecularGxechanicsUGJournaleofeChemicaleTheorye
andeComputationSG2010SGaSGZcXbTZcZ]

6.4 17

43
rlycineTrichGloopGofGmitochondrialGprocessingGpeptidaseGalphaTsubunitGisGresponsibleGforGsubstrateG
recognitionGbyGaGmechanismGanalogousGtoGmitochondrialGreceptorGüomYWUGJournaleofeMoleculare
BiologySG2010SGZdaSGXXdbTYXW

6.5 21

42 –erformanceGofGxolecularGxechanicsGqorceGqieldsGforGRylGÖimulationseGÖtabilityGofG−−nrGandGryRlG
sairpinsUUGJournaleofeChemicaleTheoryeandeComputationSG2010SGaSGZcZaTZc[d 6.4 261

41
wargeTscaleGcompensationGofGerrorsGinGpairwiseTadditiveGempiricalGforceGfieldseGcomparisonGofG
lxmpRGintermolecularGtermsGwithGrigorousGoqüTÖl–üGcalculationsUGPhysicaleChemistryeChemicale
PhysicsSG2010SGXYSGXW[baTdZ

3.6 65

40 lGcancerTderivedGmutationGinGtheG–ÖültRpGhelixGofGcyclinTdependentGkinaseGYGaltersGtheGstabilityGofG
cyclinGbindingUGBiochimicaeEteBiophysicaeActaeseMoleculareCelleResearchSG2010SGXcWZSGc]cTa[ 4.9 15

39 üheoreticalGstudiesGonGtheGintermolecularGinteractionsGofGpotentiallyGprimordialGbaseTpairG
analoguesUGChemistryeseAeEuropeaneJournalSG2010SGXaSGZW]bTa] 4.8 12

38 rrapheneGfluorideeGaGstableGstoichiometricGgrapheneGderivativeGandGitsGchemicalGconversionGtoG
grapheneUGSmallSG2010SGaSGYcc]TdX 11 337

37 RedesigningGdehalogenaseGaccessGtunnelsGasGaGstrategyGforGdegradingGanGanthropogenicGsubstrateUG
NatureeChemicaleBiologySG2009SG]SGbYbTZZ 11.7 207

36 lü–GandGmagnesiumGdriveGconformationalGchangesGofGtheGyaRVvRTlü–aseGcytoplasmicGheadpieceUG
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