
Mohammad Taghi Baei

ListgofgPublicationsgbygYearging
DescendinggOrder

Source:ghttps:xxexalyvcomxauthorupdfx82y7486xmohammadutaghiubaeiupublicationsubyuyearvpdf

Version:g2y24uy4u23g

ThisgdocumentghasgbeenggeneratedgbasedgongthegpublicationsgandgcitationsgrecordedgbygexalyvcomvgForg

theglatestgversiongofgthisgpublicationglisttgvisitgtheglinkggivengabovev

ThegthirdgcolumngisgthegimpactgfactorgoIFpgofgthegjournaltgandgthegfourthgcolumngisgthegnumbergofg

citationsgofgthegarticlev

120
papers

2,108
citations

26
h-index

40
g-index

122
ext. papers

2,338
ext. citations

2.3
avg, IF

5.38
L-index



j Paper IF Citations

120
xonicKliquidKasKanKeffectiveKgreenKmediaKforKtheKsynthesisKofKScZWKfZTXewXpyrido[_WaXd]azepineK
derivativesKandKrecycableKuea bZTi _ZmultiXwallKcabonKnanotubesKmagneticKnanocompositesKasK
highKperformanceKorganometallicKnanocatalystYKMoleculariDiversityWK2021WK]

3.1 3

119 pdsorptionKbehaviorKofKuracilKonKexternalKsurfaceKofK}g KnanotubeshKpKnewKclassKofKhybridK
nanoXbioKmaterialsYKJournaliofiMoleculariLiquidsWK2021WKaagWK]]dea_ 6 0

118 }olecularK}odelingKandKSimulationKofKglycineKfunctionalizedKq]_’]_KandKq]d’]dKnanoclustersKasK
potentialKinhibitorsKofKproinflammatoryKcytokinesYKJournaliofiMoleculariLiquidsWK2021WKabaWK]]ebgb 6 7

117 tffectKofKadsorptionKsensitivityKofKarmchairKsingleXwalledKq’KnanotubeKtowardKthiocyanateKanionhKpK
systematicKevaluationKofKlengthKandKdiameterKeffectsYKSurfacesiandiInterfacesWK2020WK_]WK][[dga 4.1

116 xmprovementKofKpntioxidativeKpctivityKofKppigeninKbyKq]_’]_K’anoclusterhKpntioxidativeK
}echanismKpnalysisYKChemistrySelectWK2020WKcWK]f_gX]fad 1.8 4

115
xnfluenceKofKtheKadsorptionKofKtoxicKagentsKonKtheKopticalKandKelectronicKpropertiesKofKq]_’]_K
fullereneKinKtheKpresenceKandKabsenceKofKanKexternalKelectricKfieldYKNewiJournaliofiChemistryWK2020WK
bbWK]bc]aX]bc_f

3.6 7

114 pdsorptionKofKsarinKandKchlorosarinKontoKtheKpl]_’]_KandKpl]_−]_KnanoclustershKsuTKandKTssuTK
calculationsYKSurfaceiandiInterfaceiAnalysisWK2020WKc_WKe_cXeab 1.5 1

113 pKsuTKStudyKonKStructureKandKtlectronicK−ropertiesKofKq’K’anostructuresKpdsorbedKwithK
sopamineYKComputationWK2019WKeWKd] 2.2 9

112 rharacterizationKofKr_[KfullereneKandKitsKisolatedKr_[XKnKvenKderivativesKSn´ l´ ]XcTKbyKalternatingK
germaniumKatomSsTKinKequatorialKpositionhKpKsuTKsurveyYKHeteroatomiChemistryWK2018WK_gWKe_]b][ 1.2 8

111 StructureWKstabilityWKandKelectronicKpropertiesKofKpl−KnanocagesKevolvedKfromKtheKworldRsKsmallestK
cagedKfullereneKr_[hKpKcomputationalKstudyKatKsuTYKJournaliofiMoleculariStructureWK2018WK]]cgWK]]fX]ab 3.4 9

110 TheoreticalKstudyKonKpureKandKdopedKq]_’]_KfullerenesKasKthiopheneKsensorYKAdsorptionWK2018WK_bWKcfcXcga2.6 15

109 pdsorptionKofKchemicalKwarfareKagentsKoverKr_bKfullerenehKtffectsKofKdecorationKofKcobaltYKJournali
ofiAlloysiandiCompoundsWK2018WKeacWK_]bfX_]d] 5.7 41

108 pKdensityXfunctionalKtheoryKofKhydrogenKadsorptionKonKindiumKnitrideKnanotubesYKRussianiJournaliofi
InorganiciChemistryWK2017WKd_WKa_cXaac 1.5 4

107 xnteractionKofKpureKandKmetalKatomKsubstitutedKcarbonKnanocagesKwithKr’rlhKaKsuTKstudyYKRussiani
JournaliofiPhysicaliChemistryiBWK2017WK]]WKacbXad[ 1.2 12

106 SbSVTKremovalKfromKcopperKelectrorefiningKelectrolytehKromparativeKstudyKbyKdifferentKsorbentsYK
TransactionsiofiNonferrousiMetalsiSocietyiofiChinaWK2017WK_eWKbb[Xbbg 3.3 15

105 StructuralKandKelectronicKpropertiesKofKXYXdopedKSpl’WKpl−WKva’WKva−TKrcfKfullereneshKaKsuTKstudyYK
RussianiJournaliofiInorganiciChemistryWK2017WKd_WK][deX][ed 1.5 5

104 suTKstudyKofKtheKadsorptionKofKw_ _KinsideKandKoutsideKpl]_’]_KnanoXcageYKRussianiJournaliofi
PhysicaliChemistryiAWK2017WKg]WK]c_eX]cab 0.7 7
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103 qenzeneKpdsorptionKonKr_bWKSior_bWKSiXsopedKr_bWKandKr_[KuullerenesYKRussianiJournaliofiPhysicali
ChemistryiAWK2017WKg]WK_ca[X_caf 0.7 1

102 TheoreticalKstudyKofKf}etXtR’pKandKfplaXtR’pKstructuresKbyKusingKquantumKcalculationYKArabiani
JournaliofiChemistryWK2016WKgWKS][]gXS][_f 5.9 1

101
’ovelKcouplingKreactionsKofKphytochemicalsKwithKsulfaKdrugsKandKtheirKapplicationsKinKtheK
determinationKofKnitriteKatKtraceKlevelKinKenvironmentalKsamplesYKArabianiJournaliofiChemistryWK2016
WKgWKSf]_XSf_[

5.9 1

100 pdsorptionKpropertiesKofKhydrazineKonKpristineKandKSiXdopedKpl]_’]_KnanoXcageYKPhosphorusviSulfuri
andiSiliconianditheiRelatediElementsWK2016WK]g]WKe[_Xe[f 1 11

99 q’K’anotubeKServingKasKaKvasKrhemicalKSensorKforK’_ KbyK−arallelKtlectricKuieldYKJournaliofiClusteri
ScienceWK2016WK_eWK][f]X][gd 3 18

98 SensitivityKofKr_bKuullereneKtoK’icotineK}oleculeYKFullerenesiNanotubesiandiCarboniNanostructuresWK
2015WK_aWKfebXfee 1.8 6

97 pKsuTKstudyKofKcXfluorouracilKadsorptionKonKtheKpureKandKdopedKq’KnanotubesYKJournaliofiPhysicsi
andiChemistryiofiSolidsWK2015WKfdWKceXdb 3.9 48

96 TheoreticalKStudyKofKryanateKpdsorptionKonKtheKSdW[TKandKSeW[TKpluminumK’itrideK’anotubesYK
FullerenesiNanotubesiandiCarboniNanostructuresWK2015WK_aWK_daX_dc 1.8 1

95 tlectronicKandKStructuralK−ropertiesKofKvaXsopedKSbWbTKarmchairKSir’TKasKaKpXSemiconductorYK
FullerenesiNanotubesiandiCarboniNanostructuresWK2015WK_aWKcbXd] 1.8 1

94 RoleKofKsiameterWK}odelWKandK{engthKofKqoronK’itrideK’anotubesKinKpdsorptionKofKuormaldehydeYK
FullerenesiNanotubesiandiCarboniNanostructuresWK2015WK_aWKd_Xde 1.8 1

93 pl]_’]_KnanocageKasKpotentialKadsorbentKforKremovalKofKacetoneKfromKenvironmentalKsystemsYK
MonatshefteiFˆ…riChemieWK2015WK]bdWKfg]Xfgd 1.4 10

92 SurfaceK}odificationKofKrarbonK’anotubesKwithK’itreneshKpKsuTKStudyYKFullerenesiNanotubesiandi
CarboniNanostructuresWK2015WK_aWKa_dXaa] 1.8 1

91 −henolKinteractionKwithKdifferentKnanoXcagesKwithKandKwithoutKanKelectricKfieldhKaKsuTKstudyYK
StructuraliChemistryWK2015WK_dWKdfcXdga 1.8 38

90 ra[q]c’]cKweterofullereneKasKaK−otentialKtlectronicKSensorKforK’ KsetectionYKFullerenesi
NanotubesiandiCarboniNanostructuresWK2015WK_aWK]caX]ce 1.8 4

89 SingleXWalledK}agnesiumK xideK’anotubeKSdW[TKasKaK−otentialKtfficientKvasKSensorKforKwrw K
setectionYKFullerenesiNanotubesiandiCarboniNanostructuresWK2015WK_aWK]e[X]eb 1.8

88
tlectronicKStructureKStudyKofKvalliumKandKxndiumKsopedKSbWbTKarmchairKSingleXWalledKqoronK’itrideK
’anotubesKforK−roductionKofKSolidXStateKsevicesYKFullerenesiNanotubesiandiCarboniNanostructuresWK
2015WK_aWKdfXee

1.8 4

87 pKcomputationalKstudyKofKadenineWKuracilWKandKcytosineKadsorptionKuponKpl’KandKq’KnanoXcagesYK
PhysicaiB:iCondensediMatterWK2014WKbbbWKdX]a 2.8 54

86 romputationalKstudyKofK r’â��KchemisorptionKoverKpl’KnanostructuresYKSuperlatticesiandi
MicrostructuresWK2014WKe_WKae[Xaf_ 2.8 8

(2014-2017)
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85 pdsorptionKphenomenaKofKgasKmoleculesKuponKvaXdopedKq’KnanotubeshKpKsuTKstudyYKAppliedi
SurfaceiScienceWK2014WK_gcWK]fX_c 6.7 25

84 SensitivityKofKq’KnanoXcagesKtoKcaffeineKandKnicotineKmoleculesYKSuperlatticesiandiMicrostructuresWK
2014WKedWKa]cXa_c 2.8 65

83 pl]_’]_KnanocageKasKaKpotentialKsensorKforKphosgeneKdetectionYKCanadianiJournaliofiChemistryWK
2014WKg_WKd[cXd][ 0.9 29

82 TheKstudyKofKSr’Kâ��KadsorptionKonKqK]_K’K]_KandKqK]dK’K]dKnanoXcagesYKSuperlatticesiandi
MicrostructuresWK2014WKecWKe]dXe_b 2.8 26

81 TheoreticalKStudyKofKSingleXwalledKqr_’K’anotubesKforKrhemicalKSensingKofKryanateKxonYKFullerenesi
NanotubesiandiCarboniNanostructuresWK2014WK__WKefgXege 1.8

80 pdsorptionKofKcyanogenKchlorideKoverKplXKandKvaXdopedKq’KnanotubesYKSuperlatticesiandi
MicrostructuresWK2014WKecWKcdbXcec 2.8 52

79 uormationKandKelectronicKstructureKofKr_[KfullereneKtransitionKmetalKclustersYKMonatshefteiFˆ…ri
ChemieWK2014WK]bcWK]b[]X]b[c 1.4 33

78 pdsorptionKmechanismKofKsingleK r’â��KandKSr’â��KuponKsingleXwalledKq−KnanotubesYKPhysicaiE:i
LowwDimensionaliSystemsiandiNanostructuresWK2014WKcgWKddXeb 3 10

77 ’anostructuresâ��KstudyKofKchemisorptionsKofK _KmoleculeKonKplKS][[TKsurfaceYKJournaliofiSaudii
ChemicaliSocietyWK2014WK]fWKbdgXbea 4.3 1

76 pdsorptionKofKtheKureaKmoleculeKonKtheKqO_{]_}O’O_{]_}OKnanocageYKTurkishiJournaliofiChemistryWK
2014WKafWKca]Xcae 1 2

75 rovalentKuunctionalizationKofK−ristineKandKvaXsopedKqoronK−hosphideK’anotubesKwithKxmidazoleYK
PhosphorusviSulfuriandiSiliconianditheiRelatediElementsWK2014WK]fgWKbcaXbdb 1 5

74 TheKelectronicKandKstructuralKpropertiesKofKq’KandKq−KnanoXcagesKinteractingKwithK r’â��hKpKsuTK
studyYKJournaliofiPhysicsiandiChemistryiofiSolidsWK2014WKecWK][ggX]][c 3.9 33

73 RemoveKofKSulphateKxonKfromKtnvironmentalKSystemsKbyKusingKpl’K’anotubesYKBulletiniofithei
KoreaniChemicaliSocietyWK2014WKacWK]]agX]]ba 1.2

72 }agnesiumK xideK’anotubeKasK−otentialKSensorKforKrl_KsetectionYKJournaliofiClusteriScienceWK2013WK
_bWKg]cXg_d 3

71 rovalentKuunctionalizationKofKZn]_ ]_K’anoclusterKwithKThiopheneYKJournaliofiClusteriScienceWK
2013WK_bWKebgXecd 3 8

70 uirstK−rinciplesKralculationsKofKtlectricKuieldKtffectKonKtheKSdW[TKZigzagKSingleXWalledKSiliconKrarbideK
’anotubeKforKuseKinK’anoXtlectronicKrircuitsYKJournaliofiClusteriScienceWK2013WK_bWKcg]Xd[b 3 14

69 TheoreticalKStudyKofK−henolKpdsorptionKonK−ristineWKvaXsopedWKandK−dXsecoratedKSdW[TKZigzagK
SingleXWalledKqoronK−hosphideK’anotubesYKJournaliofiClusteriScienceWK2013WK_bWKbgXd[ 3 16

68 Zn K’anoclusterKasKaK−otentialKratalystKforKsissociationKofKw_SK}oleculeYKJournaliofiClusteriScienceWK
2013WK_bWKab]Xabe 3 54
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67 TransitionKmetalKatomKadsorptionsKonKaKboronKnitrideKnanocageYKStructuraliChemistryWK2013WK_bWK][agX][bb1.8 28

66 rarbonKnanoconeKasKanKammoniaKsensorhKsuTKstudiesYKStructuraliChemistryWK2013WK_bWK][ggX]][a 1.8 58

65 pdsorptionKandKelectronicKstructureKstudyKofKthiazoleKonKtheKSdW[TKzigzagKsingleXwalledKboronK
phosphideKnanotubeYKJournaliofiSulfuriChemistryWK2013WKabWKb[eXb_[ 2.3 8

64 Zn]_ ]_KuullereneXlikeKrageKasKaK−otentialKSensorKforKS _KsetectionYKAdsorptioniScienceiandi
TechnologyWK2013WKa]WKbdgXbed 3.6 17

63 suTKStudyKofKtheKxnteractionsKofKrarbonK}onoxideKwithK−dXsecoratedKSdW[TKSingleXWalledKrarbonK
’anotubeYKFullerenesiNanotubesiandiCarboniNanostructuresWK2013WK_]WK]_X]f 1.8 3

62 TheoreticalKStudyKofKSr TKnl]WK_KpdsorptionKonKtheKSdW[TKZigzagKSingleXwalledKrarbonK’anotubeYK
FullerenesiNanotubesiandiCarboniNanostructuresWK2013WK_]WK]]eX]_b 1.8 1

61 tlectricKfieldKeffectKonKtheKzigzagKSdW[TKsingleXwallKqr_’KnanotubeKforKuseKinKnanoXelectronicK
circuitsYKJournaliofiMoleculariModelingWK2013WK]gWKgeX][e 2 11

60 pdsorptionKofKr KmoleculeKonKpl’KnanotubesKbyKparallelKelectricKfieldYKJournaliofiMoleculari
ModelingWK2013WK]gWKfcgXe[ 2 27

59 ’itrousKoxideKadsorptionKonKpristineKandKSiXdopedKpl’KnanotubesYKJournaliofiMoleculariModelingWK
2013WK]gWKgbaXg 2 26

58 rovalentKfunctionalizationKofKpl’KnanotubesKwithKacetyleneYKPhysicaiE:iLowwDimensionaliSystemsi
andiNanostructuresWK2013WKbeWK]beX]c] 3 8

57 SiXsopedKq]_’]_’anocageKasKanKpdsorbentKforKsissociationKofK’_ KtoK’_}oleculeYKHeteroatomi
ChemistryWK2013WK_bWKbedXbf] 1.2 6

56 q]_’]_KsodaliteKlikeKcageKasKpotentialKsensorKforKhydrogenKcyanideYKComputationaliandiTheoreticali
ChemistryWK2013WK][_bWK_fXaa 2 35

55 SelectiveKadsorptionKbehaviorKofKqr_’KnanotubesKtowardKfluorideKandKchlorideYKSolidiStatei
CommunicationsWK2013WK]cgWKfX]_ 1.6 20

54 pKdensityKfunctionalKtheoryKstudyKonKacetyleneXfunctionalizedKq’KnanotubesYKStructuraliChemistryWK
2013WK_bWK][[eX][]a 1.8 26

53 tlectronicWKtnergeticWKandKveometricK−ropertiesKofK}ethyleneXuunctionalizedKrd[YKJournaliofi
ClusteriScienceWK2013WK_bWKddgXdef 3 12

52 RemoveKofKtoxicKpyridineKfromKenvironmentalKsystemsKbyKusingKq]_’]_KnanoXcageYKSuperlatticesi
andiMicrostructuresWK2013WKcfWKa]Xae 2.8 16

51 QuantumKchemicalKanalysisKonKhydrogenatedKZn]_ ]_KnanoclustersYKComptesiRendusiChimieWK2013WK
]dWK]__X]_f 2.7 19

50 SiliconXdopingKmakesKtheKq]_’]_KinsulatorKtoKanKnKorKpXsemiconductorYKSuperlatticesiandi
MicrostructuresWK2013WKd[WKbaeXbb_ 2.8 13

(2013-2013)
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49 rarbonKnitrideKnanotubeKasKaKsensorKforKalkaliKandKalkalineKearthKcationsYKAppliediSurfaceiScienceWK
2013WK_dbWKdggXe[d 6.7 80

48 uluorinationKofKtheKexteriorKsurfaceKofKpl’KnanotubehKpKsuTKstudyYKSuperlatticesiandiMicrostructures
WK2013WKcaWKgX]c 2.8 19

47 Zn]_ ]_KnanoXcageKasKaKpromisingKadsorbentKforKrS_KcaptureYKSuperlatticesiandiMicrostructuresWK
2013WKcfWK]gfX_[b 2.8 17

46 uirstX−rinciplesKStudyKofK’ _pdsorptionKonKr_[uullereneYKHeteroatomiChemistryWK2013WK_bWKc]dXc_a 1.2 23

45 pdsorptionKofKThiopheneKonKpluminumK’itrideK’anotubesYKPhosphorusviSulfuriandiSiliconiandithei
RelatediElementsWK2013WK]ffWK]]e_X]]ee 1 5

44 TheoreticalKStudyKofKprsenicXsopedKSdW[TKZigzagKSiliconKrarbideK’anotubeKasKaK’XSemiconductorYK
PhosphorusviSulfuriandiSiliconianditheiRelatediElementsWK2013WK]ffWK]af_X]aga 1 0

43 suTKStudyKofKr _pdsorptionKonKtheKZn]_ ]_’anoXcageYKBulletiniofitheiKoreaniChemicaliSocietyWK
2013WKabWKae__Xae_d 1.2 15

42 pl’KnanotubeKasKaKpotentialKelectronicKsensorKforKnitrogenKdioxideYKMicroelectronicsiJournalWK2012WK
baWKbc_Xbcc 1.8 84

41 pdsorptionKpropertiesKofKw_ _KtrappedKinsideKaKboronKphosphideKnanotubeYKMonatshefteiFˆ…ri
ChemieWK2012WK]baWKaeXb] 1.4 8

40 ’}RKandK’QRKparametersKofKtheKSirXdopedKonKtheKSbWbTKarmchairKsingleXwalledKq−’ThKaK
computationalKstudyYKJournaliofiMoleculariModelingWK2012WK]fWKff]Xg 2 15

39 tlectronicKstructureKstudyKofKSiXdopedKSbWbTKarmchairKsingleXwalledKboronKphosphideKnanotubeKasKaK
semiconductorYKMonatshefteiFˆ…riChemieWK2012WK]baWK]d_eX]dac 1.4 6

38 tlectricKfieldKeffectKonKSdW[TKzigzagKsingleXwalledKaluminumKnitrideKnanotubeYKJournaliofiMoleculari
ModelingWK2012WK]fWKbbeeXfg 2 10

37 ’}RKandK’QRKstudyKofKSiXdopedKSdW[TKzigzagKsingleXwalledKaluminumKnitrideKnanotubeKasKnKorK
−XsemiconductorsYKJournaliofiMoleculariModelingWK2012WK]fWKbb_eXad 2 1

36 tlectronicKsensorKforKsulfideKdioxideKbasedKonKpl’KnanotubeshKaKcomputationalKstudyYKJournaliofi
MoleculariModelingWK2012WK]fWKbebcXc[ 2 70

35 pdsorptionKofKnitrousKoxideKonKtheKSdW[TKmagnesiumKoxideKnanotubeYKChineseiChemicaliLettersWK2012
WK_aWK]_ecX]_ef 8.1 15

34 TheKplXsopedKrarbonK’anotubeshKpKsuTKStudyYKFullerenesiNanotubesiandiCarboniNanostructuresWK
2012WK_[WKdf]Xdfe 1.8 15

33 TheoreticalKstudyKofKr KadsorptionKonKtheKsurfaceKofKq’WKpl’WKq−KandKpl−KnanotubesYKSurfacei
ScienceWK2012WKd[dWKgf]Xgfc 1.8 125

32 pKcomputationalKstudyKofKpl’KnanotubeKasKanKoxygenKdetectorYKChineseiChemicaliLettersWK2012WK_aWKgdcXgdf8.1 66
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31 pdsorptionKandKtlectronicKStructureKStudyKofKxmidazoleKonKSdW[TKZigzagKSingleXWalledKqoronK’itrideK
’anotubeYKJournaliofiClusteriScienceWK2012WK_bWKa] 3 8

30 −henolKadsorptionKstudyKonKpristineWKvaXWKandKxnXdopedKSbWbTKarmchairKsingleXwalledKboronKnitrideK
nanotubesYKComputationaliandiTheoreticaliChemistryWK2012WKggeWKdaXdg 2 60

29
uirstXprinciplesKcalculationsKofKstructuralKstabilityWKelectronicWKandKelectricalKresponsesKofKverK
nanotubeKunderKelectricKfieldKeffectKforKuseKinKnanoelectronicKdevicesYKSuperlatticesiandi
MicrostructuresWK2012WKc_WK]]]gX]]a[

2.8 12

28 qXdopingKmakesKtheKcarbonKnanoconesKsensitiveKtowardsK’ KmoleculesYKPhysicsiLettersviSectioniA:i
GeneralviAtomiciandiSolidiStateiPhysicsWK2012WKaeeWK][eX]]] 2.3 79

27 TheoreticalKstudyKofKcyanoKradicalKadsorptionKonKSdW[TKzigzagKsingleXwalledKcarbonKnanotubeYK
MonatshefteiFˆ…riChemieWK2012WK]baWK]bdaX]be[ 1.4 14

26 tffectKofKvalliumKsopingKonKtlectronicKandKStructuralK−ropertiesKSdW[TKZigzagKSiliconKrarbideK
’anotubeKasKaKpXSemiconductorYKJournaliofiClusteriScienceWK2012WK_aWK]]]gX]]a_ 3 16

25 tffectsKofKZincKqindingKonKtheKStructureKandKStabilityKofKvlycylglycineKsipeptidehKpKromputationalK
StudyYKEwJournaliofiChemistryWK2012WKgWK]_bbX]_c[ 6

24 pbKxnitioandKsuTKStudiesKofKronformationalK−ropertiesKofKweteroatomKrontainingKzeteneK
pnaloguesKandKTheirKromparisonKwithKtheKRelatedKryclicKpnaloguesYKEwJournaliofiChemistryWK2012WKgWK]gaX_[_ 2

23 roXadsorptionKofKr KmoleculesKatKtheKopenKendsKofK}g KnanotubesYKStructuraliChemistryWK2012WK_aWK]gf]X]gfd1.8 18

22
pdsorptionKpropertiesKandKquantumKmolecularKdescriptorsKofK r’â��KadsorbedKonKSdW[TWKSeW[TWKandK
SfW[TKzigzagKsingleXwalledKboronKnitrideKnanotubeshKaKcomputationalKstudyYKMonatshefteiFˆ…riChemieWK
2012WK]baWKgfgXggc

1.4 5

21 veXdopedKSbWbTKarmchairKsingleXwalledKboronKphosphideKnanotubeKasKaKsemiconductorhKaK
computationalKstudyYKMonatshefteiFˆ…riChemieWK2012WK]baWKff]Xffg 1.4 6

20 romputationalKstudiesKonKaluminumKnitrideKandKaluminumKphosphideKnanotubeshKdensityKfunctionalK
calculationsKofK_eplKelectricKfieldKgradientKtensorsYKMonatshefteiFˆ…riChemieWK2012WK]baWKcbcXcbg 1.4 8

19
QuantumKmolecularKdescriptorsKandKadsorptionKpropertiesKofKSr’â��KonKSdW[TWKSeW[TWKSfW[TWKandK
vaXdopedKSdW[TKzigzagKsingleXwalledKboronKnitrideKnanotubeshKaKcomputationalKstudyYKMonatsheftei
Fˆ…riChemieWK2012WK]baWK]]]cX]]_]

1.4 4

18 roadsorptionKofKr KandK KonKwXrappedKSdWK[TKSingleXWalledKrarbonK’anotubehKpKsensityK
uunctionalKStudyYKFullerenesiNanotubesiandiCarboniNanostructuresWK2012WK_[WK_aaX_b_ 1.8 2

17 pdsorptionK−ropertiesKofKw_ _KTrappedKxnsideKqoronK’itrideK’anotubeYKFullerenesiNanotubesiandi
CarboniNanostructuresWK2012WK_[WK_baX_bf 1.8 2

16 uirstK−rinciplesKStudyKonKtncapsulationKofKplkaliK}etalsKintoKZn K’anocageYKChineseiJournaliofi
ChemicaliPhysicsWK2012WK_cWKde]Xdec 0.9 21

15 TheoreticalKStudyKofKThiazoleKpdsorptionKonKtheKSdW[TKzigzagKSingleXWalledKqoronK’itrideK’anotubeYK
BulletiniofitheiKoreaniChemicaliSocietyWK2012WKaaWKa_fcXa_g_ 1.2 27

14 pKsuTKStudyKonKr _xnteractionKwithKaKq’K’anoXrageYKBulletiniofitheiKoreaniChemicaliSocietyWK2012WK
aaWKaaafXaab_ 1.2 25

(2012-2012)
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13 pdsorptionKpropertiesKofK’_ KonKSdW[TWKSeW[TWKandKSfW[TKzigzagKsingleXwalledKboronKnitrideKnanotubeshK
pKcomputationalKstudyYKComputationaliandiTheoreticaliChemistryWK2011WKge[WKa[Xac 2 46

12 TheKveXdopedKSdW[TKzigzagKsingleXwalledKboronKphosphideKnanotubeshKpKcomputationalKstudyYK
ComputationaliandiTheoreticaliChemistryWK2011WKge_WK]bX]g 2 14

11 pdsorptionK−ropertiesKofK xygenKonwXrappedKScWKcTKqoronK’itrideK’anotubeKSq’’TTXKpKsensityK
uunctionalKTheoryYKEwJournaliofiChemistryWK2011WKfWKd[gXd]b 6

10 pdsorptionK−ropertiesKofK _onrrc’anostructureshKpKsuTKStudyYKEwJournaliofiChemistryWK2011WKfWKgf_Xgg]

9 pdsorptionKpropertiesKofK r’KradicalKonKSdW[TWKSfW[TWKandKS][W[TKzigzagKsingleXwalledKcarbonK
nanotubeshKaKdensityKfunctionalKstudyYKMonatshefteiFˆ…riChemieWK2011WK]b_WK]Xb 1.4 20

8 pdsorptionKpropertiesKofK’_ KonKSdW[TWKSeW[TWKSfW[TWKandKplXdopedKSdW[TKzigzagKsingleXwalledKcarbonK
nanotubeshKaKdensityKfunctionalKstudyYKMonatshefteiFˆ…riChemieWK2011WK]b_WKceaXcef 1.4 14

7 ’}RKparametersKofKSirXdopedKSdW[TKzigzagKsingleXwalledKboronKphosphideKnanotubeshKaKdensityK
functionalKstudyYKMonatshefteiFˆ…riChemieWK2011WK]b_WKefaXeff 1.4 10

6 pdsorptionKpropertiesKofKSr’â��KonKSdW[TWKSeW[TWKSfW[TWKandKplXdopedKSdW[TKzigzagKsingleXwalledKcarbonK
nanotubeshKaKdensityKfunctionalKstudyYKMonatshefteiFˆ…riChemieWK2011WK]b_WKgegXgfb 1.4 8

5 ’}RKandK’QRKparametersKofKSiXdopedKSdW[TKzigzagKsingleXwalledKboronKphosphideKnanotubeshKaK
densityKfunctionalKstudyYKMonatshefteiFˆ…riChemieWK2011WK]b_WK][geX]][b 1.4 12

4 pKsielectricKtffectKonK’ormalK}odeKpnalysisKandKSymmetryKofKq’’TK’anotubeYKFullerenesi
NanotubesiandiCarboniNanostructuresWK2011WK]gWK]f_X]gd 1.8 4

3 TheKinfluenceKofK’waXattachingKonKtheK’}RKandK’QRKparametersKinKtheKSdW[TKzigzagKsingleXwalledK
q−’TshKaKdensityKfunctionalKstudyYKComputationaliandiTheoreticaliChemistryWK2011WKgdeWK]egX]fb 2 19

2 pbKxnitioKStudyKofKronformationalK−ropertiesKofKweteroatomXrontainingK]W_XqisketeneKpnaloguesYK
PhosphorusviSulfuriandiSiliconianditheiRelatediElementsWK2011WK]fdWK]cgcX]d[a 1 2

1 −roductionKofK−yrimidobenzazepineKserivativesKandKReductionKofK rganicK−ollutantKUsingK
pgZuea bZTi _Zru o}Wr’TsK}’rsYKPolycycliciAromaticiCompoundsW]X_b 1.3
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