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44 qchievedJnegativeJdifferentialJresistanceJbehaviorJofJ−i[rYsubstitutedJintoJaJsJchainJsandwichedJ
betweenJcappedJcarbonJnanotubeJjunctionsZZJRSClAdvancesXJ2022XJabXJagehYagfh 3.7

43 βmbrellaYshapedJvsJplanarkJevolutionaryJsearchJforJrn₀XJre´'rn₀JSnJmJfâ��abXJ₀JmJ]XJâ��aTJclustersZJ
JournalloflMolecularlLiquidsXJ2021XJcbhXJaaechi 6 3

42 sdynwa−djJqnJunexploredJtwoYJdimensionalJmaterialsJwithJdesirableJbandJgapJforJoptoelectronicJ
devicesZJJournalloflAlloyslandlCompoundsXJ2021XJhedXJaegbb] 5.7 7

41 −ystematicJinvestigationJofJstructureJandJoptoelectronicJpropertiesJofJweJSn´ m´ câ��b]TXJ weiJS ´ m´ waXJ
−iXJ−nXJqsTJandJwaxweSa]â��xTJSx´ m´ aâ��a]TJslustersjJsomputationalJapproachZJPolyhedronXJ2021XJaicXJaadhgd 2.7 4

40 PredictionJofJberylliumJclustersJSrekJmJcYbeTJfromJfirstJprinciplesZJPhysicallChemistrylChemicallPhysics
XJ2021XJbcXJaigafYaigbh 3.6 2

39
₈esponseJsurfaceJmethodologyJoptimizingJtheJadsorptiveJremovalJofJazithromycinJusingJ
mesoporousJsilicaJ−rqYaejJ echanismXJthermodynamicXJequilibriumXJandJkineticsJmodelingJstudiesZJ
JournalloflEnvironmentallSciencelandlHealthlylPartlAlToxic/HazardouslSubstanceslandlEnvironmentall
EngineeringXJ2021XJefXJaadeYaafd

2.3 0

38 PredictionJofJunexpectedJrnPnJstructuresjJpromisingJmaterialsJforJnonYlinearJopticalJdevicesJandJ
photocatalyticJactivitiesZJNanoscalelAdvancesXJ2021XJcXJbhdfYbhfa 5.1 3

37 sopperJhalideJdiseleniumjJpredictedJtwoYdimensionalJmaterialsJwithJultrahighJanisotropicJcarrierJ
mobilitiesZZJRSClAdvancesXJ2020XJa]XJh]afYh]bf 3.7 5

36 xeteroYfullerenesJsei JS JmJrXJqlXJwaXJweXJ©XJPXJqsTJforJsulfurJdioxideJgasJsensingjJsomputationalJ
approachZJChemicallPhysicsXJ2020XJec]XJaa]f]f 2.3 10

35
uxploringJtheJopticalJandJnonlinearJopticalJfeaturesJofJheterolepticJcomplexesJwithJrOtyPYJandJ
amidoYrOtyPYJsubstitutionskJqJcomparativeJtheoreticalJstudyZJInorganiclChemistrylCommunicationXJ
2020XJabaXJa]hbcd

3.1 2

34 uxploringJtheJelectroYopticalJpropertiesJofJconjugatedJpolymersJbasedJonJoligoYselenopheneJandJ
oligoScXdYethylenedioxyselenopheneTZJAppliedlOrganometalliclChemistryXJ2019XJccXJedifb 3.1 4

33
 odifyingJtheJelectronicJandJgeometricalJpropertiesJofJmono[biYlayerJgraphiteYlikeJrsb©JviaJalkaliJ
metalJS–iXJ©aTJadsorptionJandJintercalationjJcomputationalJapproachZJNewlJournalloflChemistryXJ
2019XJdcXJacabbYacacc

3.6 5

32 uvolutionaryJsearchJforJS ´'rTJS JmJ−cY©ikJ₀JmJ][YaTJclustersjJbowl[boatJvsZJtubularJshapeZJPhysicall
ChemistrylChemicallPhysicsXJ2019XJbaXJbbfahYbbfbh 3.6 13

31
ulectroYOpticalJPropertiesJandJ−tructuralJ−tabilityJPerspectivesJofJ c©JandJ bsbJS JmJ−cXJ–aTJ
slustersJuncapsulatedJinJrh]JvullerenejJqJtensityJvunctionalJαheoryJ−tudyZJJournalloflElectronicl
MaterialsXJ2018XJdgXJee]Yefe

1.9 5

30 –engthâ��dependenceJofJconductanceJinJbenzothiadiazoleJmolecularJwiresJbetweenJgrapheneJ
nanoribbonJelectrodesjJuffectJofJconformationalJchangesZJJournalloflMolecularlLiquidsXJ2018XJbfiXJfciYfdi6 1

29 αheoreticalJapproachJintoJpotentialJpossibilityJofJefficientJ©ObJdetectionJviaJrd]JandJ–iprd]J
fullerenesZJChemicallPhysicslLettersXJ2018XJfiaXJcf]Ycfe 2.5 23

28 sanJvluorineJformJxalogenJrondoJynvestigationJofJxalogenJrondsJthroughJ−tericJshargeZJ
ChemistrySelectXJ2017XJbXJbgacYbgag 1.8 7
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27 uvaluationJofJphotovoltaicJpropertiesJandJeffectiveJconjugatedJlengthJofJtαααtYbasedJpolymersJasJ
donorJinJrxzJsolarJcellskJquantumJchemicalJapproachZJPolymerXJ2017XJabfXJafbYagf 3.9 9

26 αuningJofJulasticJPropertiesJofJ©anotubesJbyJymposingJaJαransverseJulectricJvieldjJsomputationalJ
qpproachZJJournalloflPhysicallChemistrylCXJ2016XJab]XJagh]aYagh]i 3.8 5

25 tifferentJcoordinationJmodesJofJbifunctionalizedJylidesJinJcomplexationJwithJgroupJabJmetalsJviaJ
computationalJapproachZJJournalloflMolecularlLiquidsXJ2016XJbaiXJegiYeia 6 1

24 −tabilityJpredictionJofJpristineJandJmetalJendohedralJborofullerenesjJsomputationalJapproachZJ
JournalloflMolecularlLiquidsXJ2016XJbaiXJaaddYaaef 6 22

23 ulectronicJandJstabilityJcharactersJofJendohedralJZnp−inJandJexohedralJ−inxnJSnJmJb]XJc]XJd]XJe]XJ
f]TJfullerenesjJqJtvαJapproachZJJournalloflMolecularlLiquidsXJ2016XJbaiXJefaYegb 6 5

22
qJquantumJchemicalJstudyJofJtheJfactorsJinfluencingJperformanceJofJtαααtjJvullereneJ
hetrojunctionJphotovoltaicJmodelsZJJournalloflPhotochemistrylandlPhotobiologylA:lChemistryXJ2015XJ
ca]XJiYbe

4.7 2

21 sarbonJmonoxideJmonitoringJusingJpristineJandJsuYfunctionalizedJaluminumJnitrideJandJsiliconJ
carbideJnanotubeskJtvαJstudyZJJournalloflMolecularlLiquidsXJ2015XJb]dXJadgYaee 6 4

20
αheoreticalJpredictionJofJencapsulationJandJadsorptionJofJplatinumYanticancerJdrugsJintoJsingleJ
walledJboronJnitrideJandJcarbonJnanotubesZJJournalloflInclusionlPhenomenalandlMacrocyclicl
ChemistryXJ2014XJgiXJddcYdeg

1.7 22

19 αheoreticalJinvestigationJofJethaneJandJetheneJmonitoringJusingJpristineJandJdecoratedJaluminumJ
nitrideJandJsiliconJcarbideJnanotubesZJSensorslandlActuatorslB:lChemicalXJ2014XJaifXJeeeYeff 8.5 5

18
αheJinfluenceJofJsuYdopingJonJaluminumJnitrideXJsiliconJcarbideJandJboronJnitrideJnanotubesâ��JabilityJ
toJdetectJcarbonJdioxidekJtvαJstudyZJPhysicalE:lLowyDimensionallSystemslandlNanostructuresXJ2014XJ
efXJbfhYbgf

3 19

17 αheoreticalJpredictionJofJmaximumJcapacityJofJsâ��â��JandJ−iâ��â��JfullerenesJforJnobleJgasJstorageZJJournall
oflMolecularlGraphicslandlModellingXJ2014XJedXJcbYde 2.8 13

16 αheoreticalJpredictionJofJozoneJsensingJusingJpristineJandJendohedralJmetalloboronJrh]J
fullerenesZJSensorslandlActuatorslB:lChemicalXJ2014XJb]eXJbfYch 8.5 33

15 αheoreticalJstudiesJofJnYmemberedJringJchelateJcomplexesJofJ©iSyyTXJPdSyyTJandJPtSyyTJderivedJfromJ
bidentateJphosphorusJylidesZJPolyhedronXJ2014XJgbXJgbYhb 2.7 5

14 αheoreticalJinvestigationJofJinclusionJcomplexJformationJofJwoldJSyyyTJâ��JtimethyldithiocarbamateJ
anticancerJagentsJwithJcucurbit[nmeXf]urilsZJArabianlJournalloflChemistryXJ2014XJgXJdbeYdce 5.9 7

13 qJcomparativeJtheoreticalJstudyJofJsObJsensingJusingJinorganicJql©XJr©JandJ−isJsingleJwalledJ
nanotubesZJSensorslandlActuatorslB:lChemicalXJ2013XJaheXJeabYebb 8.5 32

12
PreferenceJpredictionJforJtheJstableJinclusionJcomplexJformationJbetweenJcucurbitJ[nJmJeâ��g]urilsJ
withJanticancerJdrugsJbasedJonJplatinumJSyyTjJsomputationalJstudyZJJournalloflMolecularlLiquidsXJ
2012XJaffXJecYfa

6 21

11 αheoreticalJinvestigationJofJpristineJandJfunctionalizedJql©JandJ−isJsingleJwalledJnanotubesJasJanJ
adsorptionJcandidateJforJmethaneZJAppliedlSurfacelScienceXJ2012XJbfcXJeecYefb 6.7 24

10 PredictingJheliumJandJneonJadsorptionJandJseparationJonJcarbonJnanotubesJbyJ onteJsarloJ
simulationZJJournalloflMolecularlModelingXJ2011XJagXJgheYid 2 13
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9
αhermodynamicJstudiesJofJinclusionJcomplexJformationJbetweenJalkylpyridiniumJchloridesJandJ
˛†YcyclodextrinJusingJconductometricJmethodZJJournalloflInclusionlPhenomenalandlMacrocyclicl
ChemistryXJ2010XJfgXJbdgYbeb

8

8 −ynthesisJofJnewJphosphorusJylidesjJ−pectroscopicJandJXYrayJstructuralJstudiesZJHeteroatoml
ChemistryXJ2010XJbaXJdgeYdhe 1.2 15

7 sanonicalJ onteJsarloJsimulationJofJadsorptionJofJObJandJ©bJmixtureJonJsingleJwalledJcarbonJ
nanotubeJatJdifferentJtemperaturesJandJpressuresZJJournalloflComputationallChemistryXJ2010XJcaXJaddcYi3.5 22

6
vourYcoordinateJandJpseudoJfiveYcoordinateJxgSyyTJcomplexesJofJaJnewJbidentateJphosphorusJylidejJ
XYrayJcrystalJstructureJandJspectralJcharacterizationZJJournalloflOrganometalliclChemistryXJ2010XJ
fieXJaddaYade]

2.3 26

5 −ynthesisXJcharacterizationXJandJstructuralJstudiesJofJmercurySyyTJcomplexesJofJnewJbidentateJ
phosphorusJylideZJInorganicalChimicalActaXJ2010XJcfcXJabedYabfa 2.7 22

4 ©ewJmononuclearJmercurySyyTJcomplexesJofJaJbifunctionalizedJylideJcontainingJfiveYmemberedJ
chelateJringjJ−pectralJandJstructuralJcharacterizationZJInorganicalChimicalActaXJ2010XJcfcXJcfedYcffa 2.7 16

3
uffectJofJtheJadsorptionJofJoxygenJonJelectronicJstructuresJandJgeometricalJparametersJofJ
armchairJsingleYwallJcarbonJnanotubesjJaJdensityJfunctionalJstudyZJJournalloflColloidlandlInterfacel
ScienceXJ2009XJccfXJaYab

9.3 17

2
ulectronicJPropertiesJofJqdsorptionJ©itrogenJ onoxideJonJynsideJandJOutsideJofJtheJqrmchairJ
−ingleJWallJsarbonJ©anotubesjJJqJtensityJvunctionalJαheoryJsalculationsZJJournalloflPhysicall
ChemistrylCXJ2008XJaabXJceigYcf]d

3.8 25

1
αheoreticalJstudyJofJtheJinclusionJcomplexesJofJ˛–JandJ˛†YcyclodextrinsJwithJ
decyltrimethylammoniumJbromideJStαqrTJandJtetradecyltrimethylammoniumJbromideJSααqrTZJ
JournalloflMolecularlLiquidsXJ2007XJaceXJaecYaeg

6 39
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