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318 “heddingFlightFonFtheFopticalFandFnonlinearFopticalFpropertiesFofFsuperalkaliSdopedFboropheneTTF
JournalgofgMoleculargModelingRF2022RFXbRFZ] 2 0

317 momputationalFinvestigationFofFaFcovalentFtriazineFframeworkFNm”pSVOFasFanFefficientF
electrochemicalFsensorTTFRSCgAdvancesRF2022RFWXRFYcVcSYcXY 3.7 3

316 zermeabilityFofFboronSFandFnitrogenSdopedFgrapheneFnanoflakesFforFprotiumUdeuteriumFionsTTFRSCg
AdvancesRF2022RFWXRFYbbYSYbcW 3.7

315 np”FinvestigationFofFadsorptionFofFnitroSexplosivesFoverFmXxFsurfacedFrighlyFselectiveFtowardsF
trinitroFbenzeneTFJournalgofgMoleculargLiquidsRF2022RFY[XRFWWb][X 6 3

314 onhancedFnonSlinearFopticalFresponseFofFcalixπZ]pyrroleFcomplexantFbasedFearthidesFinFtheF
presenceFofForientedFexternalFelectricFfieldTFJournalgofgMoleculargLiquidsRF2022RFY[VRFWWb[VZ 6 0

313 “uperalkaliFNviXpRFviYpOFdopedFklWXxWXFelectridesFwithFenhancedFstaticRFdynamicFnonlinearFopticalF
responsesFandFrefractiveFindicesTFMaterialsgSciencegingSemiconductorgProcessingRF2022RFWZYRFWV][Wb 4.3 1

312
wjπWXScrownSZ]FandFwjπW[ScrownS[]FwhereFNwgviRFxaRFandFuOeFtheFveryFfirstFexamplesFofF
nonSconventionalFoneFalkaliFmetalScontainingFalkalidesFwithFremarkableFstaticFandFdynamicFxvyF
responseTFPhysicagE:gLowuDimensionalgSystemsgandgNanostructuresRF2022RFWZVRFWW[WaV

3 1

311
righlyFaccurateFnp”FinvestigationFforFtriggeringFtheFultraSstrongFstaticFandFdynamicFnonlinearF
opticalFpropertiesFofFsuperalkaliFdopedFaminatedFgraphdiyneFNxrXSqnαOFdonorSˇ�SacceptorFNnSˇ�SkOF
quantumFdotsTFPolyhedronRF2022RFXW[RFWW[]c[

2.7 0

310 movalentFtriazineFframeworkFNm”pSVOFsurfaceFasFaFsmartFsensingFmaterialFforFtheFdetectionFofFm−ksF
andFindustrialFpollutantsTFMaterialsgSciencegingSemiconductorgProcessingRF2022RFWYcRFWV]YYZ 4.3 4

309 ”heoreticalFkpproachFtoFovaluateFtheFqasS“ensingFzerformanceFofFqrapheneF
xanoribbonUyligothiopheneFmompositesTTFACSgOmegaRF2022RFaRFXX]VSXXaZ 3.9 0

308 “uperalkaliSbasedFalkalidesFviYyjπWXScrownSZ]wFNwhereFwgFviRFxaRFandFuOFwithFremarkableFstaticF
andFdynamicFxvyFpropertieseFkFnp”FstudyTFMaterialsgSciencegingSemiconductorgProcessingRF2022RFWYbRFWV]X[Z4.3 6

307 ’emarkableFnonlinearFopticalFresponseFofFwnjmXVFNwFgFxaFLFuFandFnFgFWâ��]OeFaFnp”FoutcomeTF
MaterialsgSciencegingSemiconductorgProcessingRF2022RFWYbRFWV]X]c 4.3 6

306 kFfirstFprinciplesFstudyFonFelectrochemicalFsensingFofFhighlyFtoxicFpesticidesFbyFusingFporousFmZxF
nanoflakeTFJournalgofgPhysicsgandgChemistrygofgSolidsRF2022RFW]VRFWWVYZ[ 3.9 8

305
paceFspecificFdopingFofFtanusFallScisSWRXRYRZR[R]ShexafluorocyclohexaneFwithFsuperalkalisFandF
alkalineFearthFmetalsFleadsFtoFenhancedFstaticFandFdynamicFxvyFresponsesTFJournalgofgPhysicsgandg
ChemistrygofgSolidsRF2022RFW]VRFWWVY]W

3.9 4

304 “ilverFclusterFdopedFgraphyneFNqαOFwithFoutstandingFnonSlinearFopticalFpropertiesTTFRSCgAdvancesRF
2022RFWXRF[Z]]S[ZbX 3.7 3

303 yptimizedFnonlinearFopticalFNxvyOFresponseFofFsiliconFcarbideFnanosheetFbyFalkaliFmetalsFdopingdFaF
np”FinsightTFEuropeangPhysicalgJournalgPlusRF2022RFWYaRFW 3.1 2

302 ‘uantumFchemicalFdesigningFofFnovelFfullereneSfreeFacceptorFmoleculesFforForganicFsolarFcellF
applicationsTTFJournalgofgMoleculargModelingRF2022RFXbRF]a 2 4
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301 kbFsnitioF“tudyFofF”woSnimensionalFmrossS“hapedFxonSpullereneFkcceptorsFforFofficientFyrganicF
“olarFmellsTTFACSgOmegaRF2022RFaRFWV]YbSWV]Zb 3.9 0

300 onhancementFinFnonSlinearFopticalFpropertiesFofFcarbonFnitrideFNmXxOFbyFdopingFsuperalkaliFNviYyOdF
kFnp”FstudyTFComputationalgandgTheoreticalgChemistryRF2022RFWXWWRFWWY][Z 2 1

299
pirstFexampleFofFvinylbenzeneFbasedFsmallFphotovoltaicFmoleculesdF”owardsFtheFdevelopmentFofF
efficientFnSˇ�SkFconfiguredFoptoelectronicFmaterialsFforFbulkFheterojunctionFsolarFcellsTFPhysicagB:g
CondensedgMatterRF2022RF]YYRFZWYa]c

2.8 5

298 “ensingFbehaviourFofFmonocyclicFmWbFandFlcxcFanaloguesFtowardFchemicalFwarfareFagentsFNm−ksOeF
quantumFchemicalFapproachTFSurfacesgandgInterfacesRF2022RFYVRFWVWcWX 4.1 0

297 ylympiceneFasFaFhighSperformanceFsensorFforFlungFirritantsdFkFdispersionFcorrectedFnp”FinsightTF
MaterialsgSciencegingSemiconductorgProcessingRF2022RFWZZRFWV]]XV 4.3 0

296 zotentialFsensingFofFtoxicFchemicalFwarfareFagentsFNm−ksOFbyFtwistedFnanographenesdFkFfirstF
principleFapproachTTFSciencegofgthegTotalgEnvironmentRF2022RFW[Yb[b 10.2 1

295 “heddingFlightFonFtheFsecondForderFnonlinearFopticalFresponsesFofFcommerciallyFavailableFacidicFazoF
dyesFforFlaserFapplicationsTFDyesgandgPigmentsRF2022RFXVXRFWWVXbZ 4.6 0

294 pirstSprinciplesFstudyFforFelectrochemicalFsensingFofFneurotoxinFhydrazineFderivativesFviaFhSgSmYxZF
quantumFdotTFSurfacesgandgInterfacesRF2022RFYVRFWVWcWY 4.1 2

293 np”FstudiesFonFelectrochemicalFpropertiesFofFhalideFionsFdopedFqnαSXbFnanoflakeFforFxaSionF
batteryFapplicationsTFMaterialsgSciencegingSemiconductorgProcessingRF2022RFWZ[RFWV]][W 4.3 0

292 lithienoF”hiopheneSlasedF“mallFwoleculesFforFkpplicationFasFnonorFwaterialsFforFyrganicF“olarF
mellsFandFroleF”ransportFwaterialsFforFzerovskiteF“olarFmellsTTFACSgOmegaRF2022RFaRFbZZSb]X 3.9 5

291 kssessmentFofFalkaliFandFalkalineFearthFmetalsFdopedFcubanesFasFhighFperformanceFnonlinearF
opticalFmaterialsFbyFfirstSprinciplesFstudyTFJournalgofgScience:gAdvancedgMaterialsgandgDevicesRF2022RFWVVZ[a4.2 1

290 “ynergisticFendScappedFengineeringFonFnonSfusedFthiopheneFringSbasedFacceptorsFtoFenhanceFtheF
photovoltaicFpropertiesFofForganicFsolarFcellsTTFRSCgAdvancesRF2022RFWXRFWXYXWSWXYYZ 3.7 5

289 “taticRFdynamicFnonlinearFopticalFNxvyOFresponseFandFelectrideFcharacteristicsFofFsuperalkalisFdopedF
starFlikeFm]“]vi]TFSurfacesgandgInterfacesRF2022RFWVXVZZ 4.1 1

288 ’emarkableFnonSlinearFopticalFpropertiesFofFgoldFclusterFdopedFgraphyneFNqαOdFkFnp”FstudyTTF
JournalgofgMoleculargGraphicsgandgModellingRF2022RFWWZRFWVbXVZ 2.8 0

287 ”heoreticalFinvestigationFofFdoubleScubedFpolycationicFclusterFN“ba“ebmlXOYQFforFtheFstorageFofF
heliumFandFneonTFMaterialsgSciencegingSemiconductorgProcessingRF2022RFWZbRFWV]a[] 4.3 1

286 olectrochemicalFsensingFofFheptazineFgraphiticFmYxZFquantumFdotFforFchemicalFwarfareFagentseFaF
quantumFchemicalFapproachTFMaterialsgSciencegingSemiconductorgProcessingRF2022RFWZbRFWV]a[Y 4.3 1

285
xonlinearFopticalFresponseFofFcRWVSbisNphenylethynylOanthraceneFmediatedFbyFelectronFdonatingF
andFelectronFwithdrawingFsubstituentsdFkFdensityFfunctionalFtheoryFapproachTFMaterialsgScienceging
SemiconductorgProcessingRF2022RFWZbRFWV]a[W

4.3 1

284 np”FstudyFofFalkaliFandFalkalineFearthFmetalSdopedFbenzocryptandFwithFremarkableFxvyFpropertiesTF
RSCgAdvancesRF2022RFWXRFW]VXcSW]VZ[ 3.7 1
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283 np”FstudyFofFtransitionFmetalsFdopedFcalixSZSpyrroleFwithFexcellentFelectronicFandFnonSlinearF
opticalFpropertiesTFComputationalgandgTheoreticalgChemistryRF2022RFWWYa]a 2 1

282 reteroSporphyrinFbasedFchannelFforFseparationFofFprotonFisotopedFkFdensityFfunctionalFtheoryF
studyTFMicroporousgandgMesoporousgMaterialsRF2022RFYYcRFWWWcc[ 5.3 0

281 qermaniumSbasedFsuperatomFclustersFasFexcessFelectronFcompoundsFwithFsignificantFstaticFandF
dynamicFxvyFresponseeFaFnp”FstudyTTFRSCgAdvancesRF2021RFWXRFY][SYaa 3.7 0

280 kF”heoreticalFzerspectiveFonF“trategiesFforFwodelingFrighFzerformanceFxonlinearFypticalF
waterialsTFFrontiersgingMaterialsRF2021RFbRF 4 4

279 xovelFmicroporousFl]x]FcovalentForganicFframeworkFNmypOFasFanFelectrochemicalFsensorFforFtheF
ultraSselectiveFdetectionFofFnitroanilineFisomerseFaFnp”FoutcomeTFSurfacesgandgInterfacesRF2021RFXaRFWVW[ba4.1 4

278 xanoSporousFmxFasFaFtoxicFpesticideMsFscavengerdFkFquantumFchemicalFapproachTFJournalgofg
MoleculargGraphicsgandgModellingRF2021RFWWWRFWVbVab 2.8 5

277 np”FstudyFofFyviYFandFwgpYFdopedFboronFnitrideFwithFenhancedFnonlinearFopticalFbehaviorTFJournalg
ofgMoleculargStructureRF2021RFWX[WRFWYWcYZ 3.4 1

276 oxploringFtheFsnteractionFofFsonicFviquidsFwithFklWXxWXFandFklWXzWXFxanocagesFforFletterF
olectrodeSolectrolyteFwaterialsFinF“uperFmapacitorsTFJournalgofgMoleculargLiquidsRF2021RFWWabXb 6 0

275 mWVpFasFaFpotentialFanodeFmaterialFforFalkaliSionFbatterieseFaFquantumFchemicalFapproachTF
ComputationalgandgTheoreticalgChemistryRF2021RFWXV]RFWWYZaV 2 0

274 nemonstratingFtheFzotentialFofFklkaliFwetalSnopedFmyclicFmyviFyrganometallicsFasFolectridesFandF
righSzerformanceFxvyFwaterialsTFACSgOmegaRF2021RF]RFXcb[XSXcb]W 3.9 1

273 nensityFfunctionalFtheoryRFmolecularFdockingFandFmuscleFrelaxantRFsedativeRFandFanalgesicFstudiesF
ofFindanoneFderivativesFisolatedFfromTFJournalgofgBiomoleculargStructuregandgDynamicsRF2021RFYcRF]ZbbS]Zcc3.6 1

272 ”heFcoScrystalFofFcopperNssOFphenanthrolineFchlorideFcomplexFhydrateFwithFpSaminobenzoicFaciddF
structureRFcytotoxicityRFthermalFanalysisRFandFnp”FcalculationTFMonatsheftegFˆ…rgChemieRF2021RFW[XRFYXYSYY]1.4 3

271 np”FstudyFofFsuperhalogenFNklpZOFdopedFboronFnitrideFforFtuningFtheirFnonlinearFopticalFpropertiesTF
OptikRF2021RFXYWRFW]]Z]Z 2.5 12

270 offectiveFadsorptionFofFkSseriesFchemicalFwarfareFagentsFonFgraphdiyneFnanoflakedFaFnp”FstudyTF
JournalgofgMoleculargModelingRF2021RFXaRFWWa 2 13

269 kdsorptionFandFsensorFapplicationsFofFmXxFsurfaceFforFqSseriesFandFmustardFseriesFchemicalF
warfareFagentsTFMicroporousgandgMesoporousgMaterialsRF2021RFYWaRFWWVcbZ 5.3 4

268 xonlinearFopticalFresponseFofFfirstSrowFtransitionFmetalFdopedFklWXzWXFnanoclusterseFaF
firstSprinciplesFstudyTFJournalgofgPhysicsgandgChemistrygofgSolidsRF2021RFW[WRFWVccWZ 3.9 8

267
kFxewF“trategyFofFbiSklkaliFwetalFnopingFtoFnesignFloronFzhosphideFxanocagesFofFrighFxonlinearF
ypticalF’esponseFwithFletterF”hermodynamicF“tabilityTFJournalgofgInorganicgandgOrganometallicg
PolymersgandgMaterialsRF2021RFYWRFYV]X

3.2 7

266 zermeationFselectivityFofFpristineFandFvacancyFdefectedFhexagonalFboronFmembranesFforFalkalineF
earthFmetalFandFionsTFJournalgofgBiomoleculargStructuregandgDynamicsRF2021RFWSWX 3.6
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265 ”heoreticalFmodificationFofFmXZFfullereneFwithFsingleFandFmultipleFalkalineFearthFmetalFatomsFforF
theirFpotentialFuseFasFxvyFmaterialsTFJournalgofgPhysicsgandgChemistrygofgSolidsRF2021RFW[XRFWVccaX 3.9 9

264 ‘uantumFchemicalFstudyFonFsensingFofFxrYRFxpYRFxmlYFandFxlrYFbyFusingFcyclicFtetrapyrroleTF
ComputationalgandgTheoreticalgChemistryRF2021RFWWccRFWWYXXW 2 9

263 rydrogenFadsorptionFonFqe[Xâ��RFqecXâ��FandF“ncXâ��FγintlFclustersdFkFnp”FstudyTFComputationalgandg
TheoreticalgChemistryRF2021RFWWccRFWWYWcW 2 4

262 snF“ilicoFnesigningFofFxanoclustersFwithFaFvateF”ransitionFwetalFforFxyFkdsorptiondFknFofficientF
kpproachFtowardFtheFnevelopmentFofFxyF“ensingFwaterialsTFACSgOmegaRF2021RF]RFWZWcWSWZWcc 3.9 15

261 oxploringFviZxFandFviZyFsuperalkalisFasFefficientFdopantsFforFtheFklWXxWXFnanocageFtoFdesignFhighF
performanceFnonlinearFopticalFmaterialsFwithFhighFthermodynamicFstabilityTFPolyhedronRF2021RFXVVRFWW[WZ[2.7 5

260 np”FstudyFofFsuperhalogenSdopedFboropheneFwithFenhancedFnonlinearFopticalFpropertiesTFJournalg
ofgMoleculargModelingRF2021RFXaRFWbb 2 9

259 np”FstudiesFofFsingleFandFmultipleFalkaliFmetalsFdopedFmFfullereneFforFelectronicsFandFnonlinearF
opticalFapplicationsTFJournalgofgMoleculargGraphicsgandgModellingRF2021RFWV[RFWVab]a 2.8 7

258 np”FstudyFonFtheFsensitivityFofFsilverSgrapheneFquantumFdotsFforFvitalFandFharmfulFanalytesTFJournalg
ofgPhysicsgandgChemistrygofgSolidsRF2021RFW[YRFWWVVXb 3.9 4

257 nesigningFofFsnorganicFklWXxWXFxanoclusterFwithFpeRFmoRFxiRFmuFandFγnFwetalsFforFofficientF
rydrogenF“torageFwaterialsTFJournalgofgComputationalgBiophysicsgandgChemistryRF2021RFXVRFY[cSYa[ 13

256 muSdopedFphosphoreneFasFhighlyFefficientFsingleFatomFcatalystFforFmyFoxidationdFkFnp”FstudyTF
MoleculargCatalysisRF2021RF[VcRFWWW]YV 3.3 2

255 snorganicFelectridesFofFalkaliFmetalFdopedFγnyFnanocageFwithFexcellentFnonlinearFopticalFresponseTF
JournalgofgMoleculargGraphicsgandgModellingRF2021RFWV]RFWVacY[ 2.8 5

254 “tudyFofFnonlinearFopticalFpropertiesFofFsuperhalogenFandFsuperalkaliFdopedFphosphoreneTFJournalg
ofgMoleculargStructureRF2021RFWXY]RFWYVYZb 3.4 5

253
yxacarbonFsuperalkaliFmYXYαYFNX´ gFyRF“FandFα´ gFviRFxaRFuOFclustersFasFexcessFelectronFcompoundsFforF
remarkableFstaticFandFdynamicFxvyFresponseTFJournalgofgMoleculargGraphicsgandgModellingRF2021RF
WV]RFWVacXX

2.8 9

252
kF”heoreticalFprameworkFofFγincSnecoratedFsnorganicFwgyFxanoclustersFforFofficientFmymlF
kdsorptiondFkF“tepFporwardFtowardFtheFnevelopmentFofFmymlF“ensingFwaterialsTFACSgOmegaRF2021RF
]RFWcZY[SWcZZZ

3.9 10

251 –nprecedentedFsaturationFlimitFachievedFbyFinorganicFpolycationicFclusterFN“b”eOFforFlightFnobleF
gasesFNreFLFxeOTFJournalgofgMoleculargGraphicsgandgModellingRF2021RFWV]RFWVacWV 2.8

250
knticancerFevaluationFofFaFmanganeseFcomplexFonFrevaFandFwmpSaFcancerFcellsdFdesignRF
deterministicFsolvothermalFsynthesisFapproachRFrirshfeldFanalysisRFnxkFbindingRFintracellularF
reactiveFoxygenFspeciesFproductionRFelectrochemicalFcharacterizationFandFdensityFfunctionalF
theoryTFJournalgofgBiomoleculargStructuregandgDynamicsRF2021RFYcRFWV]bSWVbW

3.6 3

249 onhancedFlinearFandFnonlinearFopticalFresponseFofFsuperhalogenFNklaOFdopedFgraphiticFcarbonF
nitrideFNgSmYxZOTFOptikRF2021RFXX]RFW][cXY 2.5 16

248 ”heoreticalFinvestigationFofFhalidesFencapsulatedFxajlZVFnanocagesFforFpotentialFapplicationsFasF
anodesFforFsodiumFionFbatteriesTFMaterialsgSciencegingSemiconductorgProcessingRF2021RFWXWRFWV[ZYa 4.3 10
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247 nesigningFofFbenzodithiopheneFcoreSbasedFsmallFmolecularFacceptorsFforFefficientFnonSfullereneF
organicFsolarFcellsTFSpectrochimicagActagugPartgA:gMoleculargandgBiomoleculargSpectroscopyRF2021RFXZZRFWWbbaY4.4 57

246
oxploringFtheFtwistedFmolecularFconfigurationsFforFtuningFtheirFopticalFandFnonlinearFopticalF
responseFpropertiesdFkFquantumFchemicalFapproachTFJournalgofgMoleculargGraphicsgandgModellingRF
2021RFWVXRFWVaa]]

2.8 5

245 “urfaceFfunctionalizationFofFtwistedFgrapheneFmrFandFmrFderivativesFwithFalkalisFandFsuperalkalisF
forFxvyFresponseeFaFnp”FstudyTFJournalgofgMoleculargGraphicsgandgModellingRF2021RFWVXRFWVaacZ 2.8 12

244 officientFmuFnecoratedFsnorganicFlWXzWXFxanoclustersFforF“ensingF”oxicFmymlXFqasdFkFnetailedFnp”F
“tudyTFJournalgofgComputationalgBiophysicsgandgChemistryRF2021RFXVRFb[Sca 21

243
pirstFrowFtransitionFmetalsFdecoratedFboronFphosphideFnanoclustersFasFnonlinearFopticalFmaterialsF
withFhighFthermodynamicFstabilityFandFenhancedFelectronicFpropertieseFkFdetailedFquantumF
chemicalFstudyTFOpticsgandgLasergTechnologyRF2021RFWYZRFWV][aV

4.2 11

242 ”heoreticalFinvestigationFofFsuperalkaliFclustersFwXymxFandFwXxmyFNwhereFwgviRFxaRFuOFasFexcessF
electronFsystemFwithFsignificantFstaticFandFdynamicFnonlinearFopticalFresponseTFOptikRF2021RFXXaRFW]]VYa2.5 7

241 “ilverFclusterFNkgOFdecoratedFcoroneneFasFnonSenzymaticFsensorFforFglucoseFandFryTFJournalgofg
MoleculargGraphicsgandgModellingRF2021RFWVYRFWVabXZ 2.8 4

240 ondohedralFmetallofullereneFelectridesFofFmayFwithFremarkableFnonlinearFopticalFresponseTTFRSCg
AdvancesRF2021RFWWRFW[]cSW[bV 3.7 9

239 ’emarkableFstaticFandFdynamicFxvyFresponseFofFalkaliFandFsuperalkaliFdopedFmacrocyclicF
πhexaS]thiopheneFcomplexeseFaFnp”FapproachTTFRSCgAdvancesRF2021RFWWRFZWWbSZWXb 3.7 16

238 np”FstudyFofFsuperhalogenFandFsuperalkaliFdopedFgraphiticFcarbonFnitrideFandFitsFnonSlinearFopticalF
propertiesTTFRSCgAdvancesRF2021RFWWRFaaacSaabc 3.7 18

237 olectronicFstructureFofFpolypyrroleFcompositedFwithFaFlowFpercentageFofFgrapheneFnanofillerTF
PhysicalgChemistrygChemicalgPhysicsRF2021RFXYRFb[[aSb[aV 3.6 1

236 “torageFandFpermeationFofFhydrogenFmoleculeRFatomFandFionsFNrQFandFrâ��OFthroughFsiliconFcarbideF
nanotubeeFaFnp”FapproachTFInternationalgJournalgofgHydrogengEnergyRF2021RFZ]RFcW]YScWaY 6.7 3

235 ’egioSFandFstereoselectiveFfunctionalizationFofFalkenesFwithFemphasisFonFmechanisticFinsightFandF
sustainabilityFconcernsTFJournalgofgSaudigChemicalgSocietyRF2021RFX[RFWVWX]V 4.3 9

234 snfluenceFofFbiSalkaliFmetalsFdopingFoverFklWXxWXFnanocageFonFstabilityFandFoptoelectronicF
propertiesdFkFnp”FinvestigationTFRadiationgPhysicsgandgChemistryRF2021RFWbZRFWVcZ[a 2.5 5

233
pacileFsynthesisRFnxkFbindingRF–reaseFinhibitionRFantiSoxidantRFmolecularFdockingFandFnp”FstudiesFofF
YSNYSlromoSphenylOSWSNXStrifluoromethylSphenylOSpropenoneFandFYSNYSlromoS[F
chloroSphenylOSWSNXStrifluoromethylSphenylOSpropenoneTFJournalgofgMoleculargLiquidsRF2021RFYY]RFWW]YVX

6 8

232 ”heoreticalFandFexperimentalFinvestigationFofFmyXFcaptureFthroughFcholineFchlorideFbasedF
supportedFdeepFeutecticFliquidFmembranesTFJournalgofgMoleculargLiquidsRF2021RFYY[RFWW]XYZ 6 5

231 olectrochemicalFsensingFbehaviorFofFgraphdiyneFnanoflakeFtowardsFuricFaciddFaFquantumFchemicalF
approachTFJournalgofgMoleculargModelingRF2021RFXaRFXZZ 2 1

230 ”herapeuticFpotentialFofFgraphyneFasFaFnewFdrugSdeliveryFsystemFforFdaunorubicinFtoFtreatFcancerdF
kFnp”FstudyTFJournalgofgMoleculargLiquidsRF2021RFYY]RFWW]YXa 6 15
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229 ”uningFtheFoptoelectronicFpropertiesFofFsuperalkaliFdopedFphosphoreneTFJournalgofgMolecularg
GraphicsgandgModellingRF2021RFWVaRFWVacaY 2.8 4

228 righFperformanceF“kmsFforFro’FprocessFusingFlateFfirstSrowFtransitionFmetalsFanchoredFonF
graphyneFsupportdFkFnp”FinsightTFInternationalgJournalgofgHydrogengEnergyRF2021RF 6.7 4

227 “econdSorderFxvyFpropertiesFandFtwoSstateFswitchingFeffectsFofFtransitionFmetalFredoxFcomplexesF
ofFironFandFcobaltdFkFnp”FstudyTFJournalgofgMoleculargGraphicsgandgModellingRF2021RFWVaRFWVaca[ 2.8 2

226 mhemicallyFwodifiedF‘uinoidalFyligothiophenesFforFonhancedFvinearFandF”hirdSyrderFxonlinearF
ypticalFzropertiesTFACSgOmegaRF2021RF]RFXZ]VXSXZ]WY 3.9 8

225 ”urningFdiamondoidsFintoFnonlinearFopticalFmaterialsFbyFalkaliFmetalF“ubstitutiondFkFnp”F
investigationTFOpticsgandgLasergTechnologyRF2021RFWZXRFWVaXYW 4.2 8

224 smpactFofFevenFnumberFofFalkalineFearthFmetalFdopingFonFtheFxvyFresponseFofFmXVFnanoclustereFaF
np”FoutcomeTFComputationalgandgTheoreticalgChemistryRF2021RFWXVZRFWWYYb] 2 2

223 “ilverFclusterFdecoratedFgrapheneFnanoflakesFforFselectiveFandFaccurateFdetectionFofFnitroanilineF
isomerseFnp”FcalculationsTFMaterialsgSciencegingSemiconductorgProcessingRF2021RFWYZRFWV]VXY 4.3 7

222 γintlFbasedFsuperatomFzawXFNwgviRFxaRFuFLFleRFwgRFmaOFclustersFwithFexcellentFsecondFandF
thirdSorderFnonlinearFopticalFresponseTFMaterialsgSciencegingSemiconductorgProcessingRF2021RFWYZRFWV[cb]4.3 7

221 kdsorptionFmechanismFofFpSFaminophenolFoverFsilverSgrapheneFcompositedFkFfirstFprinciplesFstudyTF
JournalgofgMoleculargLiquidsRF2021RFYZWRFWWaZW[ 6 11

220
pirstFexampleFofFlanthanumFasFdopantFonFklWXxWXFandFklWXzWXFnanocagesFforFimprovedFelectronicF
andFnonlinearFopticalFpropertiesFwithFhighFstabilityTFMaterialsgSciencegingSemiconductorgProcessingRF
2021RFWY[RFWV]WXX

4.3 5

219 ”uningFtheFoptoelectronicFpropertiesFofFscaffoldsFbyFusingFvariableFcentralFcoreFunitFandFtheirF
photovoltaicFapplicationsTFChemicalgPhysicsgLettersRF2021RFabXRFWYcVWb 2.5 14

218 oxtremelyFlargeFstaticFandFdynamicFnonlinearFopticalFresponseFofFsmallFsuperalkaliFclustersFxwwMF
NwRFwMgviRFxaRFuOTFJournalgofgMoleculargGraphicsgandgModellingRF2021RFWVcRFWVbVYW 2.8 7

217 ssatinSderivedFnonSfullereneFacceptorsFforFefficientForganicFsolarFcellsTFMaterialsgScienceging
SemiconductorgProcessingRF2021RFWXWRFWV[YZ[ 4.3 19

216
“ensingFofFtoxicFvewisiteFNvWRFvXRFandFvYOFmoleculesFbyFgraphdiyneFnanoflakeFusingFdensityF
functionalFtheoryFcalculationsFandFquantumFtheoryFofFatomsFinFmoleculeFanalysisTFJournalgofg
PhysicalgOrganicgChemistryRF2021RFYZRFeZWbW

2.1 10

215 ’emarkableFenhancementFinFsensorFabilityFofFpolyanilineFuponFcompositeFformationFwithFγnyFforF
industrialFeffluentsTFJournalgofgMoleculargGraphicsgandgModellingRF2020RFWVWRFWVaaXZ 2.8 2

214 onhancementFinFzhotovoltaicFzropertiesFofFxRxSdiethylanilineFbasedFnonorFwaterialsFbyFlridgingF
moreFwodificationsFforFofficientF“olarFmellsTFChemistrySelectRF2020RF[RF[VXXS[VYZ 1.8 58

213
“ynergicFeffectFofFporeFsizeFengineeringFandFanFappliedFelectricFfieldFonFtheFcontrolledFpermeationF
ofFalkaliFmetalFatomsFandFionsFacrossFpristineFandFdefectScontainingFhSlxFsheetsTFNewgJournalgofg
ChemistryRF2020RFZZRFabcWSacVW

3.6 4

212 nensityFfunctionalFtheoryFstudyFofFpalladiumFclusterFadsorptionFonFaFgrapheneFsupportTTFRSCg
AdvancesRF2020RFWVRFXV[c[SXV]Va 3.7 53

(2020-2021)

7



211 ’emarkableFsecondFandFthirdForderFnonlinearFopticalFpropertiesFofForganometallicFm]vi]â��wYyF
electridesTFNewgJournalgofgChemistryRF2020RFZZRFcbXXScbXc 3.6 18

210 xonlinearFopticalFresponseFofFsodiumFbasedFsuperalkalisFdecoratedFgraphdiyneFsurfacedFkFnp”F
studyTFOptikRF2020RFXWbRFW][VYY 2.5 12

209 nesigningFxovelFγnSnecoratedFsnorganicFlzFxanoclustersFwithFzromisingFolectronicFzropertiesdFkF
“tepFporwardFtowardFofficientFmyF“ensingFwaterialsTFACSgOmegaRF2020RF[RFW[[ZaSW[[[] 3.9 44

208 righFsensitivityFofFgraphdiyneFnanoflakeFtowardFdetectionFofFphosgeneRFthiophosgeneFandF
phosogenoximeeFaFfirstSprinciplesFstudyTFJournalgofgMoleculargGraphicsgandgModellingRF2020RFWVVRFWVa][b 2.8 27

207 yutstandingFxvyFresponseFofFthermodynamicallyFstableFsingleFandFmultipleFalkalineFearthFmetalsF
dopedFmXVFfullereneTFJournalgofgMoleculargLiquidsRF2020RFYV[RFWWXba[ 6 22

206 oxpandingFtheFhorizonsFofFcovalentForganicFframeworksFtoFelectrochemicalFsensorseFkFcaseFstudyFofF
m”pSp–wTFMicroporousgandgMesoporousgMaterialsRF2020RFYVVRFWWVWZ] 5.3 18

205 nesigningFalkoxySinducedFbasedFhighFperformanceFnearFinfraredFsensitiveFsmallFmoleculeFacceptorsF
forForganicFsolarFcellsTFJournalgofgMoleculargLiquidsRF2020RFYV[RFWWXbXc 6 25

204 kdsorptionFofFzhosgeneFqasFonFzristineFandFmopperSnecoratedFlxFxanocagesdFkFmomparativeFnp”F
“tudyTFACSgOmegaRF2020RF[RFa]ZWSa][V 3.9 54

203 ’ationalFdesignFofFnaphthalimideFbasedFsmallFmoleculesFnonSfullereneFacceptorsFforForganicFsolarF
cellsTFComputationalgandgTheoreticalgChemistryRF2020RFWWbaRFWWXcW] 2 9

202 γincSnopedFloronFzhosphideFxanoclusterFasFofficientF“ensorFforF“yXTFJournalgofgChemistryRF2020RF
XVXVRFWSWX 2.3 37

201
”heoreticalFstudyFonFnovelFsuperalkaliFdopedFgraphdiyneFcomplexesdF–niqueFapproachFforFtheF
enhancementFofFelectronicFandFnonlinearFopticalFresponseTFJournalgofgMoleculargGraphicsgandg
ModellingRF2020RFcaRFWVa[aY

2.8 39

200 myclicFversusFstraightFchainFoligofuranFasFsensordFkFdetailedFnp”FstudyTFJournalgofgMolecularg
GraphicsgandgModellingRF2020RFcaRFWVa[]c 2.8 52

199 righFselectivityFofFcyclicFtetrapyrroleFoverFtetrafuranFandFtetrathiopheneFtowardFtoxicFchemicalseFkF
firstSprinciplesFstudyTFMicroporousgandgMesoporousgMaterialsRF2020RFXccRFWWVWX] 5.3 29

198 zermeationFselectivityFofFalkaliFmetalFionsFthroughFcrownFetherFbasedFionFchannelsTFJournalgofg
MoleculargLiquidsRF2020RFYVXRFWWX[aa 6 10

197 ”heoreticalFinvestigationFonFradicalFanionFpromotedFelectrocyclizationFinFphotochromesTFJournalgofg
MoleculargGraphicsgandgModellingRF2020RFcaRFWVa[[V 2.8 1

196 kdamanzaneFbasedFalkalineFearthidesFwithFexcellentFnonlinearFopticalFresponseFandFultravioletF
transparencyTFOpticsgandgLasergTechnologyRF2020RFWXcRFWV]Xcb 4.2 22

195 “ilverSgrapheneFquantumFdotsFbasedFelectrochemicalFsensorFforFtrinitrotolueneFandFpSnitrophenolTF
JournalgofgMoleculargLiquidsRF2020RFYV]RFWWXbab 6 46

194 olectronicFstructureFofFpolythiopheneFgasFsensorsFforFchlorinatedFanalytesTFJournalgofgMolecularg
ModelingRF2020RFX]RFZZ 2 6

KhurshidyAyub
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193 marbonFnitrideFXSnFsurfaceFasFaFhighlyFselectiveFelectrochemicalFsensorFforF SseriesFnerveFagentsTF
JournalgofgMoleculargLiquidsRF2020RFYWWRFWWYY[a 6 20

192 oxceptionallyFhighFxvyFresponseFandFdeepFultravioletFtransparencyFofFsuperalkaliFdopedF
macrocyclicFoligofuranFringsTFNewgJournalgofgChemistryRF2020RFZZRFX]VcSX]Wb 3.6 41

191 oxtremelyFlargeFnonlinearFopticalFresponseFandFexcellentFelectronicFstabilityFofFtrueFalkalineF
earthidesFbasedFonFhexaammineFcomplexantTFJournalgofgMoleculargLiquidsRF2020RFXcaRFWWWbcc 6 23

190 lenchmarkFapproachFtoFsearchFofFcostSeffectiveFandFaccurateFdensityFfunctionalFforFhomolyticF
cleavageFofFmSwgFbondFofFqrignardFreagentTFInternationalgJournalgofgQuantumgChemistryRF2020RFWXVRFeX]WV]2.1 1

189 “ilverFclustersFtuneFupFelectronicFpropertiesFofFgrapheneFnanoflakesdFkFcomprehensiveFtheoreticalF
studyTFJournalgofgMoleculargLiquidsRF2020RFXcaRFWWWcVX 6 27

188
klkalineFearthFmetalFdecoratedFphosphideFnanoclustersFforFpotentialFapplicationsFasFhighF
performanceFxvyFmaterialseFkFfirstFprincipleFstudyTFPhysicagE:gLowuDimensionalgSystemsgandg
NanostructuresRF2020RFWWbRFWWYcV]

3 23

187
nesignFofFnovelFinorganicFalkalineFearthFmetalFdopedFaluminumFnitrideFcomplexesFNkowjklWXxWXOF
withFhighFchemicalFstabilityRFimprovedFelectronicFpropertiesFandFlargeFnonlinearFopticalFresponseTF
OptikRF2020RFXVaRFW]YacX

2.5 13

186 “ignificantFnonlinearFopticalFresponseFofFalkalineFearthFmetalsFdopedFberylliumFandFmagnesiumF
oxideFnanocagesTFMaterialsgChemistrygandgPhysicsRF2020RFXZXRFWXX[Va 4.4 21

185 qrapheneSpolyanilineFcompositeFasFsuperiorFelectrochemicalFsensorFforFdetectionFofFcyanoF
explosivesTFEuropeangPolymergJournalRF2020RFWYbRFWVccbW 5.2 12

184 zermeationFofFsecondFrowFneutralFelementsFthroughFklzFandFlzFnanocageseFaFfirstSprinciplesFstudyTF
JournalgofgMoleculargGraphicsgandgModellingRF2020RFWVWRFWVaaZb 2.8 3

183 ”herapeuticFpotentialFofFgraphiticFcarbonFnitrideFasFaFdrugFdeliveryFsystemFforFcisplatinFNanticancerF
drugOdFkFnp”FapproachTFBiophysicalgChemistryRF2020RFX]aRFWV]Z]W 3.5 33

182 pirstSprinciplesFstudyFforFexploringFtheFadsorptionFbehaviorFofFqSseriesFnerveFagentsFonFgraphdyineF
surfaceTFComputationalgandgTheoreticalgChemistryRF2020RFWWcWRFWWYVZY 2 27

181
klkalineFearthFmetalsFservingFasFsourceFofFexcessFelectronFforFalkalineFearthFmetalsFtoFimpartFlargeF
secondFandFthirdForderFnonlinearFopticalFresponseeFaFnp”FstudyTFJournalgofgMoleculargGraphicsgandg
ModellingRF2020RFWVWRFWVaa[c

2.8 13

180 tanusFalkalineFearthidesFwithFexcellentFxvyFresponseFfromFsodiumFandFpotassiumFasFsourceFofF
excessFelectronseFaFfirstFprinciplesFstudyTFJournalgofgMoleculargGraphicsgandgModellingRF2020RFWVVRFWVa]]b2.8 13

179
“ynthesisRFsingleScrystalFXSrayFdiffractionRFandFinFvitroFbiologicalFevaluationFofFsodiumRFcobaltRFandF
tinFcomplexesFofFoSnitroSUoSmethoxyphenylaceticFaciddFexperimentalFandFtheoreticalFinvestigationTF
MonatsheftegFˆ…rgChemieRF2020RFW[WRFWaXaSWaY]

1.4 3

178
zolyanilineFemeraldineFsaltFasFselectiveFelectrochemicalFsensorFforFrlrFoverFrmldFaFsystematicF
densityFfunctionalFtheoryFstudyFthroughFoligomerFapproachTFJournalgofgMoleculargModelingRF2020RF
X]RFYYX

2 2

177 kdsorptionFbehaviourFofFchronicFblisteringFagentsFonFgraphdiyneeFexcellentFcorrelationFamongF
“kz”RFreducedFdensityFgradientFN’nqOFandF‘”kswFanalysesTFJournalgofgMoleculargLiquidsRF2020RFYW]RFWWYb]V6 36

176
oxplorationFofFadsorptionFbehaviorRFelectronicFnatureFandFxvyFresponseFofFhydrogenFadsorbedF
klkaliFmetalsFNviRFxaFandFuOFencapsulatedFklWXxWXFnanocagesTFJournalgofgTheoreticalgandg
ComputationalgChemistryRF2020RFWcRFXV[VVYW

1.8 30

(2020-2020)
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175 “electiveFdetectionFandFremovalFofFpicricFacidFbyFmXxFsurfaceFfromFaFmixtureFofFnitroSexplosivesTF
NewgJournalgofgChemistryRF2020RFZZRFWb]Z]SWb][[ 3.6 4

174 “uperhalogenFdopingdFaFnewFandFeffectiveFapproachFtoFdesignFmaterialsFwithFexcellentFstaticFandF
dynamicFxvyFresponsesTFNewgJournalgofgChemistryRF2020RFZZRFW]Y[bSW]Y]c 3.6 17

173 ”heFmxFsurfaceFasFaFhighlyFselectiveFsensorFforFtheFdetectionFofFnitrogenFiodideFfromFaFmixtureFofF
xXFNXFgFmlRFlrRFsOFexplosivesTTFRSCgAdvancesRF2020RFWVRFYWccaSYXVWV 3.7 14

172 momparativeFstudyFonFsensingFabilitiesFofFpolyanilineFandFgrapheneFpolyanilineFcompositeFsensorsF
towardFmethylamineFandFammoniaTFPolymersgforgAdvancedgTechnologiesRF2020RFYWRFYY[WSYY]V 3.2 6

171 “ynthesisRFcrystalFstructuresRFcomputationalFstudiesFandF˛–SamylaseFinhibitionFofFthreeFnovelF
WRYRZSoxadiazoleFderivativesTFJournalgofgMoleculargStructureRF2020RFWXVVRFWXaVb[ 3.4 16

170 nesignFofFnovelFsuperalkaliFdopedFsiliconFcarbideFnanocagesFwithFgiantFnonlinearFopticalFresponseTF
OpticsgandgLasergTechnologyRF2020RFWXXRFWV[b[[ 4.2 40

169
onhancementFinFtheFmechanicalFpropertyFofFxl’Uz mFnanocompositeFbyFusingFsulfurFandFelectronF
beamFcuringFinFtheFpresenceFofFmloisiteFYVlFnanoclayTFJournalgofgMacromoleculargSciencegugPuregandg
AppliedgChemistryRF2020RF[aRFWXYSWYV

2.2 3

168 ”uningFoptoSelectronicFpropertiesFofFalkoxySinducedFbasedFelectronFacceptorsFinFinfraredFregionFforF
highFperformanceForganicFsolarFcellsTFJournalgofgMoleculargLiquidsRF2020RFXcbRFWWWc]Y 6 24

167 oxploringFtheFpotentialFofFnovelFtransitionFmetalFcomplexesFderivedFfromFyxyFdonorFtypeFliganddFaF
quantumFchemicalFstudyTFJournalgofgMoleculargModelingRF2019RFX[RFXbZ 2 2

166 nopingFsuperalkaliFonFγnWXyWXFnanocageFconstitutesFaFsuperiorFapproachFtoFfabricateFstableFandF
highSperformanceFnonlinearFopticalFmaterialsTFOpticsgandgLasergTechnologyRF2019RFWXVRFWV[a[Y 4.2 30

165 lenchmarkFnp”FstudiesFonFmSmxFhomolyticFcleavageFandFscreeningFtheFsubstitutionFeffectFonFbondF
dissociationFenergyTFJournalgofgMoleculargModelingRF2019RFX[RFZa 2 11

164 nesigningFindacenodithiopheneFbasedFnonSfullereneFacceptorsFwithFaFdonorSacceptorFcombinedF
bridgeFforForganicFsolarFcellsTTFRSCgAdvancesRF2019RFcRFY]V[SY]Wa 3.7 40

163 “pirobifluoreneFbasedFsmallFmoleculesFasFanFalternativeFtoFtraditionalFfullereneFacceptorsFforF
organicFsolarFcellsTFMaterialsgSciencegingSemiconductorgProcessingRF2019RFcZRFcaSWV] 4.3 26

162
mhangeFinFtheFelectronicFandFnonlinearFopticalFpropertiesFofFpullereneFthroughFitsFincorporationF
withF“cSRFpeSRFmuSRFandFγnFtransitionFmetalsTFAppliedgPhysicsgA:gMaterialsgSciencegandgProcessingRF2019RF
WX[RFW

2.6 21

161
kFcombinedFexperimentalFandFcomputationalFstudyFofF
XRXMSNdiazeneSWRXSdiylbisNZRWSphenyleneOObisN]SNbutylaminoOSWrSbenzoπde]isoquinolineSWRYNXrOSdioneOdF
“ynthesisRFopticalFandFnonlinearFopticalFpropertiesTFOptikRF2019RFWcXRFW]Xc[X

2.5 9

160 nevelopmentFofFfullereneFfreeFacceptorsFmoleculesFforForganicFsolarFcellsdFkFstepFwayFforwardF
towardFefficientForganicFsolarFcellsTFComputationalgandgTheoreticalgChemistryRF2019RFWW]WRFX]SYb 2 31

159 nihydroazuleneSvinylheptafulveneFbasedFphotoswitchableFlewisFpairsFforFtunableFrXFactivationTF
InternationalgJournalgofgHydrogengEnergyRF2019RFZZRFWZabVSWZac[ 6.7 3

158 momparativeFinvestigationFofFsensorFapplicationFofFpolypyrroleFforFgaseousFanalytesTFJournalgofg
PhysicalgOrganicgChemistryRF2019RFYXRFeYc]V 2.1 24

KhurshidyAyub
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157 nesigningFofFnonSfullereneFYnFstarSshapedFacceptorsFforForganicFsolarFcellsTFJournalgofgMolecularg
ModelingRF2019RFX[RFWXc 2 17

156 “ynthesisRFstructuralFpropertiesRFnp”FstudiesRFantimicrobialFactivitiesFandFnxkFbindingFinteractionsF
ofFtwoFnewlyFsynthesizedForganotinNs OFcarboxylatesTFJournalgofgMoleculargStructureRF2019RFWWcWRFXcWSYVV3.4 21

155 ralidesFencapsulationFinFaluminumUboronFphosphideFnanoclustersdFknFeffectiveFstrategyFforFhighF
cellFvoltageFinFxaSionFbatteryTFMaterialsgSciencegingSemiconductorgProcessingRF2019RFcaRFaWSac 4.3 11

154 ”heoreticalFstudyFonFaFboronFphosphideFnanocageFdopedFwithFsuperalkalisdFnovelFelectridesFhavingF
significantFnonlinearFopticalFresponseTFNewgJournalgofgChemistryRF2019RFZYRF[aXaS[aY] 3.6 46

153
ssolationRFcharacterizationFandFnp”FstudiesFofFepoxyFringFcontainingFnewFwithanolidesFfromF
−ithaniaFcoagulansFnunalTFSpectrochimicagActagugPartgA:gMoleculargandgBiomoleculargSpectroscopyRF
2019RFXWaRFWWYSWXW

4.4 3

152
“uperalkalisFasFaFsourceFofFdiffuseFexcessFelectronsFinFnewlyFdesignedFinorganicFelectridesFwithF
remarkableFnonlinearFresponseFandFdeepFultravioletFtransparencydFkFnp”FstudyTFAppliedgSurfaceg
ScienceRF2019RFZbYRFWWWbSWWXb

6.7 56

151 zhotoStunableFlinearFandFnonlinearFopticalFresponseFofFcyclophanedieneSdihydropyreneF
photoswitchesTFJournalgofgMoleculargGraphicsgandgModellingRF2019RFbbRFX]WSXaX 2.8 5

150 kntiradicalRFantimicrobialFandFenzymeFinhibitionFevaluationFofFsulfonamideFderivedFesterseF
synthesisRFXS’ayFanalysisFandFnp”FstudiesTFJournalgofgMoleculargStructureRF2019RFWWa[RFYacSYbb 3.4 18

149 “ynthesisRFXSrayFcrystalFstructureFandFspinFpolarizedFnp”FstudyFofFhighFspinFwnFbasedFmetalSorganicF
frameworkTFJournalgofgMoleculargStructureRF2019RFWWa[RFZYcSZZZ 3.4 5

148
“ynthesisFofFnovelFmetalFcomplexesFofFXSNNphenylFNXSNZSsulfophenylOFhydrazonoOFmethylOFdiazenylOF
benzoicFacidFformazanFdyesdFmharacterizationRFantimicrobialFandFopticalFpropertiesFstudiesFonF
leatherTFJournalgofgMoleculargStructureRF2019RFWWa[RFaYSbc

3.4 11

147 nensityFfunctionalFtheoryRFmolecularFdockingFandFbioassayFstudiesFonFNOSXShydroxySxSNXRYRZROSWRYRZF
trihydroxyicosSW]SenSXSylOtricosanamideTFHeliyonRF2019RF[RFeVXVYb 3.6 2

146 kFcomprehensiveFnp”FstudyFonFtheFsensingFabilitiesFofFcyclicFoligothiophenesFNnm”sOTFNewgJournalgofg
ChemistryRF2019RFZYRFWZWXVSWZWYY 3.6 36

145 np”FstudyFofFtheFtherapeuticFpotentialFofFphosphoreneFasFaFnewFdrugSdeliveryFsystemFtoFtreatF
cancerTTFRSCgAdvancesRF2019RFcRFXZYX[SXZYYX 3.7 29

144 ’oleFofFzyridineFxitrogenFinFzalladiumSmatalyzedFsmineFrydrolysisdFkFmaseF“tudyFofF
NoOSWSNYSbromothiophenSXSylOSxSNZSmethylpyridinSXSylOmethanimineTFMoleculesRF2019RFXZRF 4.8 5

143 nesigningFdithienothiopheneFNn””OSbasedFdonorFmaterialsFwithFefficientFphotovoltaicFparametersF
forForganicFsolarFcellsTFJournalgofgMoleculargModelingRF2019RFX[RFXXX 2 29

142 ”hermalFdecompositionFofFsynSFandFantiSdihydropyreneseFfunctionalFgroupSdependentF
decompositionFpathwayTFJournalgofgMoleculargModelingRF2019RFX[RFXW[ 2 0

141 nensityFfunctionalFtheoryFstudyFofFstructuralRFelectronicFandFmyFadsorptionFpropertiesFofFanionicF
“cnâ��FNnFgFXâ��WYOFclustersTFComputationalgandgTheoreticalgChemistryRF2019RFWW]YRFWWX[WW 2 6

140 ”heoreticalFstudyFonFdesignFofFnovelFsuperalkalisFdopedFgraphdiynedFkFnewFdonorâ��acceptorFNnSˇ�SkOF
strategyFforFenhancingFxvyFresponseTFAppliedgSurfacegScienceRF2019RFZcXRFX[[SX]Y 6.7 39

(2019-2019)
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139 righlyFselectiveFacridiniumFbasedFcyanineFdyesFforFtheFdetectionFofFnxkFbaseFpairsFNadenineRF
cytosineRFguanineFandFthymineOTFComputationalgandgTheoreticalgChemistryRF2019RFWW]YRFWWX[Vc 2 63

138 xitrogenatedFholeyFgrapheneFNmXxOFsurfaceFasFhighlyFselectiveFelectrochemicalFsensorFforF
ammoniaTFJournalgofgMoleculargLiquidsRF2019RFXc]RFWWWcXc 6 39

137 oxternalFstimulusFcontrolledFrecombinationFofFhydrogenFinFphotochromicFdithienyletheneF
frustratedFlewisFpairsTFInternationalgJournalgofgHydrogengEnergyRF2019RFZZRFYWWZWSYWW[X 6.7 4

136 snteractionFofFqrapheneF‘uantumFnotsFwithFyligothiophenedFkFmomprehensiveF”heoreticalF“tudyTF
JournalgofgPhysicalgChemistrygCRF2019RFWXYRFXc[[]SXc[aV 3.8 17

135 nesigningFdithienonaphthaleneFbasedFacceptorFmaterialsFwithFpromisingFphotovoltaicFparametersF
forForganicFsolarFcellsTTFRSCgAdvancesRF2019RFcRFYZZc]SYZ[V[ 3.7 23

134 yptoSelectronicFpropertiesFofFnonSfullereneFfusedSundecacyclicFelectronFacceptorsFforForganicFsolarF
cellsTFComputationalgMaterialsgScienceRF2019RFW[cRFW[VSW[c 3.2 46

133 ssolationRFspectroscopicFandFdensityFfunctionalFtheoryFofFtwoFwithanolideFglycosidesTFJournalgofg
MoleculargStructureRF2019RFWWaaRFZZcSZ[] 3.4 7

132 rowFcanFnickelFdecorationFaffectFrFXFadsorptionFonFlFWXFzFWXFnanoSheterostructuresiTFJournalgofg
MoleculargLiquidsRF2018RFX[[RFW]bSWa[ 6 35

131 niffusionFofFalkaliFmetalFatomsFNviRFxaRFuOFonFaluminumFnitrideFandFboronFnitrideFnanocageseFaF
densityFfunctionalFtheoryFstudyTFJournalgofgMoleculargLiquidsRF2018RFX[cRFXZcSX[c 6 16

130 ”heoreticalFmalculationsFofFtheFypticalFandFolectronicFzropertiesFofFnithienosiloleSFandF
nithiopheneSlasedFnonorFwaterialsFforFyrganicF“olarFmellsTFChemistrySelectRF2018RFYRFW[cYSW]VW 1.8 22

129 kcridinedioneFasFselectiveFflourideFionFchemosensordFaFdetailedFspectroscopicFandFquantumF
mechanicalFinvestigationTTFRSCgAdvancesRF2018RFbRFWccYSXVVY 3.7 15

128
zalladiumNVOFcatalyzedF“uzukiFcrossScouplingFreactionFofFXR[SdibromoSYSmethylthiophenedF
selectivityRFcharacterizationRFnp”FstudiesFandFtheirFbiologicalFevaluationsTFChemistrygCentralgJournalRF
2018RFWXRFZc

17

127 nensityFfunctionalFtheoryFandFsurfaceFreactivityFstudyFofFbimetallicFkgFnFαFmFNnQm´ gFWVOFclustersTF
SolidgStategSciencesRF2018RFbVRFZ]S]Z 3.4 3

126 ”ransitionFmetalFdopingdFaFnewFandFeffectiveFapproachFforFremarkablyFhighFnonlinearFopticalF
responseFinFaluminumFnitrideFnanocagesTFNewgJournalgofgChemistryRF2018RFZXRF]ca]S]cbc 3.6 37

125 zermeabilityFandFstorageFabilityFofFinorganicFXWXαWXFfullerenesFforFlithiumFatomFandFionTFChemicalg
PhysicsgLettersRF2018RF]cbRF[WS[c 2.5 16

124 xonlinearFopticalFandFelectronicFpropertiesFofFmrSRFxiSRFandF”iSFsubstitutedFmFXVFfullerenesdFkF
quantumSchemicalFstudyTFMaterialsgResearchgBulletinRF2018RFcaRFYccSZVZ 5.1 54

123
pacileFsynthesisFofFxSFNZSbromophenylOSWSFNYSbromothiophenSXSylOmethanimineFderivativesFviaF
“uzukiFcrossScouplingFreactiondFtheirFcharacterizationFandFnp”FstudiesTFChemistrygCentralgJournalRF
2018RFWXRFbZ

10

122 xovelFacridineSbasedFthiosemicarbazonesFasFMturnSonMFchemosensorsFforFselectiveFrecognitionFofF
fluorideFaniondFaFspectroscopicFandFtheoreticalFstudyTFRoyalgSocietygOpengScienceRF2018RF[RFWbV]Z] 3.3 22
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121 ’eceptorS“pacerSpluorophoreFlasedFmoumarinS”hiosemicarbazonesFasFknionFmhemosensorsFwithF
â��”urnFonâ��F’esponsedF“pectroscopicFandFmomputationalFNnp”OF“tudiesTFChemistrySelectRF2018RFYRFa]YYSa]ZX 1.8 11

120
“ynthesisRFquantumFchemicalRFin´ vitroFacetylFcholinesteraseFinhibitionFandFmolecularFdockingF
studiesFofFfourFnewFcoumarinFbasedFpyrazolylthiazoleFnucleiTFJournalgofgMoleculargStructureRF2018RF
WW]bRFWa[SWb]

3.4 11

119 ’emarkableFnonlinearFopticalFresponseFofFalkaliFmetalFdopedFaluminumFphosphideFandFboronF
phosphideFnanoclustersTFJournalgofgMoleculargLiquidsRF2018RFXaWRF[WS]Z 6 57

118 kccurateFtheoreticalFmethodFforFhomolyticFcleavageFofFmF“nFbonddFkFbenchmarkFapproachTF
ComputationalgandgTheoreticalgChemistryRF2018RFWWZVRFWYZSWZZ 2 4

117 xonlinearFopticalRFs’FandForbitalFpropertiesFofFxiFdopedFwgyFnanoclustersdFkFnp”FinvestigationTF
ComputationalgandgTheoreticalgChemistryRF2018RFWWYbRFYcSZa 2 14

116 marbonSmobaltFxanostructuresFasFanFofficientFkdsorbentFofFwalachiteFqreenTFNanosciencegandg
NanotechnologygugAsiaRF2018RFbRFX]YSXbV 0.7 9

115
“electiveFarylationFofFphenolFprotetedFpropygylFbromideFviaFpdScatalysedF“uzukiFcouplingFreactiondF
synthesisRFmechanisticFstudiesFbyFnp”FcalculationsFandF”heirFzharmacologicalFkspectsHTFActag
PoloniaegPharmaceuticaRF2018RFa[RFcWWScWc

1.3 2

114 mopperSdopedFklWXxWXFnanoScagesdFpotentialFcandidatesFforFnonlinearFopticalFmaterialsTFAppliedg
PhysicsgA:gMaterialsgSciencegandgProcessingRF2018RFWXZRFW 2.6 21

113 righFsensitivityFofFpolypyrroleFsensorFforFuricFacidFoverFureaRFacetamideFandFsulfonamidedFkFdensityF
functionalFtheoryFstudyTFSyntheticgMetalsRF2018RFXY[RFZcS]V 3.6 45

112 “ynthesisRFcrystalFstructuresRFcomputationalFstudiesFandFantimicrobialFactivityFofFnewFdesignedF
bisNN[SarylSWRYRZSoxadiazolSXSylOthioOalkanesTFJournalgofgMoleculargStructureRF2018RFWW[[RFZVYSZWY 3.4 24

111
marbonicFanhydraseFinhibitionFofF“chiffFbaseFderivativeFofFiminoSmethylSnaphthalenSXSoldF“ynthesisRF
structureFelucidationRFmolecularFdockingRFdynamicFsimulationFandFdensityFfunctionalFtheoryF
calculationsTFJournalgofgMoleculargStructureRF2018RFWW[]RFWcYSXVV

3.4 13

110 nesigningF”hreeSdimensionalFNYnOFxonSpullereneF“mallFwoleculeFkcceptorsFwithFofficientF
zhotovoltaicFzarametersTFChemistrySelectRF2018RFYRFWXacaSWXbVZ 1.8 66
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102 nensityFfunctionalFtheoryFstudyFofFgeometricFandFelectronicFpropertiesFofFfullFrangeFofFbimetallicF
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opticalFpropertiesFstudyFofFalkaliFmetalFencapsulatedFXWXαWXFnanoScagesTFJournalgofgMaterialsg
ChemistrygCRF2016RFZRFWVcWcSWVcYZ

7.1 83

72 knFaccurateFcostFeffectiveFnp”FapproachFtoFstudyFtheFsensingFbehaviourFofFpolypyrroleFtowardsF
nitrateFionsFinFgasFandFaqueousFphasesTFPhysicalgChemistrygChemicalgPhysicsRF2016RFWbRFWcXY]SZa 3.6 40
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