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83 TheoreticalNinvestigationNofNyleNfullereneNfunctionalizationNwithNtetrazinecNComputationallandl
TheoreticallChemistryaN2012aNoogaNflibflm 2 61
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2013aNgiaNhifbhim 3 54

75 wNzFTNstudyNonNtheNsensingNbehaviorNofNaNxygNNnanotubeNtowardNformaldehydecNJournallofl
MolecularlModelingaN2013aNfoaNhnihbke 2 46

74 zFTNstudyNofNtheNdissociativeNadsorptionNofN₂FNonNanNwlNNnanotubecNCompteslRenduslChimieaN2013aN
flaNonkbono 2.7 46

73 StructuralNandNelectronicNpropertiesNofNpyrrolidinebfunctionalizedN[le]fullerenescNJournalloflPhysicsl
andlChemistryloflSolidsaN2013aNmiaNfkoibfkon 3.9 45

72 TheoreticalNstudyNofNcarbonylNsulfideNadsorptionNonNwgbdopedNSiyNnanotubescNJournalloflthelIranianl
ChemicallSocietyaN2015aNfgaNfemfbfeml 2 39
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PhysicsaN2014aNffgaNgmhmbgmik 1.7 38
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StructurallChemistryaN2015aNglaNneobnfi 1.8 38

68 TuningNtheNelectronicNpropertiesNofNyhexfkNfkNfullereneNviaNencapsulationNofNalkaliNandNalkaliNearthN
metalscNSyntheticlMetalsaN2013aNfmmaNoiboo 3.6 34

67 ₂ydrogenNperoxideNreductionNinNtheNoxygenNvacanciesNofNZnONnanotubescNThinlSolidlFilmsaN2014aN
kklaNkllbkme 2.2 34

66 RoleNofNsodiumNdecorationNonNtheNmethaneNstorageNpropertiesNofNxyhNnanosheetcNStructurall
ChemistryaN2014aNgkaNfenhbfeoe 1.8 34
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65 –nergeticaNstructuralaNandNelectronicNpropertiesNofNhydrogenatedNwlfgPfgNnanoclustercNPhysicalE:l
LowüDimensionallSystemslandlNanostructuresaN2012aNiiaNfihlbfiie 3 34

64 MultivalentNcalix[i]arenebbasedNfluorescentNsensorNforNdetectingNsilverNionsNinNaqueousNmediaNandN
physiologicalNenvironmentcNBiosensorslandlBioelectronicsaN2017aNoeaNgoebgom 11.8 33

63 FormaldehydeNadsorptionNonNtheNinteriorNandNexteriorNsurfacesNofNyNNnanotubescNStructurall
ChemistryaN2013aNgiaNfhhfbfhhm 1.8 33

62 FirstbprincipleNstudyNofNmethanolNadsorptionNonNNiNXPdZbdecoratedNgraphenecNJournalloflthelIranianl
ChemicallSocietyaN2015aNfgaNmkfbmkl 2 32

61 wdsorptionNofNFormicNwcidNandNFormateNwnionNonNZnONNanocagepNwNzFTNStudycNJournalloflClusterl
ScienceaN2015aNglaNleoblgf 3 32

60 wNdensityNfunctionalNstudyNonNtheNacidityNpropertiesNofNpristineNandNmodifiedNSiyNnanobsheetscN
PhysicalB:lCondensedlMatteraN2014aNiihaNkibko 2.8 32

59 SelectiveNdetectionNofNFgNinNtheNpresenceNofNyOaNNgaNOgaNandN₂gNmoleculesNusingNaNZnONnanoclustercN
MonatsheftelFˆ…rlChemieaN2015aNfilaNfghhbfgho 1.4 30

58 TransitionNmetalNatomNadsorptionsNonNaNboronNnitrideNnanocagecNStructurallChemistryaN2013aNgiaNfehobfeii1.8 28

57 wmmoniaNboraneNreactionNwithNaNxNNnanotubepNaNhydrogenNstorageNroutecNMonatsheftelFˆ…rlChemieaN
2014aNfikaNfenhbfenm 1.4 27

56 –lectronicaNenergeticaNandNstructuralNpropertiesNofNybNandNSibdopedNMgfgOfgNnanobcagescN
ComputationallMaterialslScienceaN2013aNmoaNhkgbhkk 3.2 27

55 wdsorptionNofNyONmoleculeNonNwlNNnanotubesNbyNparallelNelectricNfieldcNJournalloflMolecularl
ModelingaN2013aNfoaNnkobme 2 27

54 –xohedralNandNendohedralNadsorptionNofNalkalineNearthNcationsNinNxNNnanoclustercNJournallofl
MolecularlModelingaN2013aNfoaNfiikbke 2 27

53 TheoreticalNStudyNofNThiazoleNwdsorptionNonNtheNXlaeZNzigzagNSinglebWalledNxoronNNitrideNNanotubecN
BulletinloflthelKoreanlChemicallSocietyaN2012aNhhaNhgnkbhgog 1.2 27

52 wrsenicNinteractionsNwithNaNfullereneblikeNxNNcageNinNtheNvacuumNandNaqueousNphasecNJournallofl
MolecularlModelingaN2013aNfoaNnhhbm 2 26

51 NitrousNoxideNadsorptionNonNpristineNandNSibdopedNwlNNnanotubescNJournalloflMolecularlModelingaN
2013aNfoaNoihbo 2 26

50 wNdensityNfunctionalNtheoryNstudyNonNacetylenebfunctionalizedNxNNnanotubescNStructurallChemistryaN
2013aNgiaNfeembfefh 1.8 26

49 ₂ydrogenNfluorideNonNtheNpristineaNwlNandNSiNdopedNxygNNnanotubespNwNcomputationalNstudycN
ComputationallMaterialslScienceaN2014aNngaNfombgef 3.2 25

48 wNzFTNStudyNonNyOg₃nteractionNwithNaNxNNNanobyagecNBulletinloflthelKoreanlChemicallSocietyaN2012aN
hhaNhhhnbhhig 1.2 25
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47 ₃nfluenceNofNantisiteNdefectNuponNdecompositionNofNnitrousNoxideNoverNgraphenebanalogueNSiycNThinl
SolidlFilmsaN2014aNkkgaNfffbffk 2.2 24

46 MethanolbsensingNcharacteristicsNofNzincNoxideNnanotubespNquantumNchemicalNstudycNMonatsheftel
Fˆ…rlChemieaN2014aNfikaNfgkhbfgkm 1.4 21

45 WorkingNMechanismNofNaNxyNhNNanotubeNyarbonNMonoxideNGasNSensorcNCommunicationslinl
TheoreticallPhysicsaN2013aNleaNffhbffn 2.4 21

44 –lectronicNResponseNofNNanobsizedNyagesNofNZnONandNMgONtoNPresenceNofNNitricNOxidecNChinesel
JournalloflChemicallPhysicsaN2013aNglaNghfbghl 0.9 21

43 FirstNPrinciplesNStudyNonN–ncapsulationNofNwlkaliNMetalsNintoNZnONNanocagecNChineselJournallofl
ChemicallPhysicsaN2012aNgkaNlmfblmk 0.9 21

42 SelectiveNadsorptionNbehaviorNofNxygNNnanotubesNtowardNfluorideNandNchloridecNSolidlStatel
CommunicationsaN2013aNfkoaNnbfg 1.6 20

41 zFTNstudiesNofN₂ydrogenNadsorptionNandNdissociationNonNMgONnanotubescNMainlGrouplChemistryaN
2016aNfkaNfembffl 0.6 20

40 N₂hNonNaNxyhNnanotubepNeffectNofNdopingNandNdecorationNofNaluminumcNJournalloflMolecularl
ModelingaN2013aNfoaNhmohbn 2 19

39 QuantumNchemicalNanalysisNonNhydrogenatedNZnfgOfgNnanoclusterscNCompteslRenduslChimieaN2013aN
flaNfggbfgn 2.7 19

38 FluorinationNofNtheNexteriorNsurfaceNofNwlNNnanotubepNwNzFTNstudycNSuperlatticeslandlMicrostructures
aN2013aNkhaNobfk 2.8 19

37 –lectronicNresponseNofNxyhNnanotubeNtoNySgNmoleculespNzFTNstudiescNComputationallandlTheoreticall
ChemistryaN2013aNfeenaNfbm 2 18

36 yobadsorptionNofNyONmoleculesNatNtheNopenNendsNofNMgONnanotubescNStructurallChemistryaN2012aNghaNfonfbfonl1.8 18

35 FunctionalizationNofNtheNpristineNandNstonebwalesNdefectedNxyhNgraphenesNwithNpyrenecNJournallofl
MolecularlModelingaN2014aNgeaNgkho 2 17

34 wluminumNnitrideNnanotubescNChemicallPapersaN2017aNmfaNnnfbnoh 1.9 16

33 TheoreticalNStudyNofNPhenolNwdsorptionNonNPristineaNGabzopedaNandNPdbzecoratedNXlaeZNZigzagN
SinglebWalledNxoronNPhosphideNNanotubescNJournalloflClusterlScienceaN2013aNgiaNioble 3 16

32 yaptureNofNcarbonNdioxideNbyNaNnanosizedNtubeNofNxeOpNaNzFTNstudycNStructurallChemistryaN2014aNgkaNifobigl1.8 16

31 –ffectNofNGalliumNzopingNonN–lectronicNandNStructuralNPropertiesNXlaeZNZigzagNSiliconNyarbideN
NanotubeNasNaNpbSemiconductorcNJournalloflClusterlScienceaN2012aNghaNfffobffhg 3 16

30 zFTNstudyNofNozoneNdissociationNonNxyâ��NgrapheneNwithNStonebWalesNdefectscNJournalloflMolecularl
ModelingaN2014aNgeaNgemf 2 15
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29 FluorinationNofNxyhNnanotubespNzFTNstudiescNJournalloflMolecularlModelingaN2013aNfoaNhoifbl 2 15

28 wdsorptionNofNnitrousNoxideNonNtheNXlaeZNmagnesiumNoxideNnanotubecNChineselChemicallLettersaN2012
aNghaNfgmkbfgmn 8.1 15

27 FirstNPrinciplesNyalculationsNofN–lectricNFieldN–ffectNonNtheNXlaeZNZigzagNSinglebWalledNSiliconNyarbideN
NanotubeNforNuseNinNNanob–lectronicNyircuitscNJournalloflClusterlScienceaN2013aNgiaNkofblei 3 14

26 TheoreticalNstudyNofNcyanoNradicalNadsorptionNonNXlaeZNzigzagNsinglebwalledNcarbonNnanotubecN
MonatsheftelFˆ…rlChemieaN2012aNfihaNfilhbfime 1.4 14

25 TheNwlkaliNMetalN₃nteractionsNwithNMgONNanotubescNBulletinloflthelKoreanlChemicallSocietyaN2012aN
hhaNfogkbfogn 1.2 14

24 wubdecoratedNxNNnanotubeNasNaNbreathalyzerNforNpotentialNmedicalNapplicationscNJournallofl
MolecularlLiquidsaN2020aNhfgaNffhiki 6 12

23 –xohedralNfunctionalizationNofNyleNbyN[i]g]NcycloadditionNofNmultipleNanthracenescNStructurall
ChemistryaN2014aNgkaNmnkbmof 1.8 12

22
FirstbprinciplesNcalculationsNofNstructuralNstabilityaNelectronicaNandNelectricalNresponsesNofNGeyN
nanotubeNunderNelectricNfieldNeffectNforNuseNinNnanoelectronicNdevicescNSuperlatticeslandl
MicrostructuresaN2012aNkgaNfffobffhe

2.8 12

21 –lectronicaN–nergeticaNandNGeometricNPropertiesNofNMethylenebFunctionalizedNylecNJournallofl
ClusterlScienceaN2013aNgiaNlloblmn 3 12

20 –lectricNfieldNeffectNonNtheNzigzagNXlaeZNsinglebwallNxygNNnanotubeNforNuseNinNnanobelectronicN
circuitscNJournalloflMolecularlModelingaN2013aNfoaNombfem 2 11

19 zecompositionNofNmethanolNonNnanosizedNtubeNofNmagnesiumNoxidepNwNtheoreticalNstudycN
ComputationallMaterialslScienceaN2013aNmoaNfngbfnl 3.2 11

18 wdsorptionNofNNaaNMgaNandNwlNatomsNonNxNNnanotubescNThinlSolidlFilmsaN2012aNkglaNfhobfig 2.2 11

17 wNtheoreticalNstudyNonNsurfaceNmodificationNofNaNnanosizedNxyhNtubeNusingNyg₂iNandNitsNderivativescN
StructurallChemistryaN2014aNgkaNggfbggo 1.8 10

16 –lectricNfieldNeffectNonNXlaeZNzigzagNsinglebwalledNaluminumNnitrideNnanotubecNJournalloflMolecularl
ModelingaN2012aNfnaNiimmbno 2 10

15 TheoreticalNstudyNonNtheNfunctionalizationNofNxyâ��NNnanotubeNwithNaminoNgroupscNJournallofl
MolecularlModelingaN2013aNfoaNggffbl 2 10

14 yovalentNfunctionalizationNofNwlNNnanotubesNwithNacetylenecNPhysicalE:lLowüDimensionallSystemsl
andlNanostructuresaN2013aNimaNfimbfkf 3 8

13 zFTNstudyNonN[i]g]NandN[g]g]NcycloadditionsNtoN[le]NfullerenecNChemicallPapersaN2014aNlnaN 1.9 8

12 wdsorptionNandN–lectronicNStructureNStudyNofN₃midazoleNonNXlaeZNZigzagNSinglebWalledNxoronNNitrideN
NanotubecNJournalloflClusterlScienceaN2012aNgiaNhf 3 8
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11 wNTheoreticalNStudyNofNO₂NandNOy₂hNFreeNRadicalNwdsorptionNonNaNNanosizedNTubeNofNxygNcN
JournalloflClusterlScienceaN2013aNgiaNfeffbfege 3 6

10 –lectronicNstructureNstudyNofNSibdopedNXiaiZNarmchairNsinglebwalledNboronNphosphideNnanotubeNasNaN
semiconductorcNMonatsheftelFˆ…rlChemieaN2012aNfihaNflgmbflhk 1.4 6
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