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CARBON NANOTUBES -SYNTHESIS,CHARACTERIZATION,
APPLICATIONS

o™ Ladb
The Adsorption Properties of Carbon Nanotubes (5,0) and(4,4)
OlRLiNS g4I 4 Qb g el Sl & yilo Thaw « haw (o oz §
ol 9 b7 4i 00l Ol 4 (w8 Wlio Lo 3gel 10LS™ Ll

SIS g S 4i3 SRS 4yl (Sgae 9 T D)lee 1L A6
OISES § 417 4 ey S Slgs (DL AU
SICLMS g I 4 Jo (o 9 el LI Slge 1Ol b
SIS g 47 i i 937 9 s D5lge 1B AJG
s g 5 S5 59 78N O35 Oslen 1K G
SIS § 4 4 =il Sl 40 Lo 53 7 D 5lge 1O LAWG
REE il Slenle b O lgo 1ol il
SISLI § 4 i het U IO 6
ket 9l 9 9T iy (S 5oy 380 51 (D3 S ) S22 5

wlio s sblsle g

SIEEHS 9 5 45

Sigma Plot, Slwkzo owis 33 G131 p 5 SBo pliy 4l (oigel 1O Ladb

oL 9 L™ yii ! ;
AIM, /(Gaussian ,GaussView, HyperChem



mailto:Mobina.molla@yahoo.com
mailto:ashraf.ghasemi@gmail.com

oL g 47 4

S3e9hT o6 0yl 9 Sl tols” Ladb

OIEEHS 5 I 45

ol o 3T 30 w10 Ll

oIS § b7 4

S oSS g 1B P P Cnd g DL 1 Flawlomo Olseb! Sl 10l L6
NP e sl &5

oL g 47 4

U g 2551 i (5153 9 (S35 996 1S il

B w9 ol 15T oKL 4i

(Pl Cgz oud 48 py) ye

9 0 Ao Jasmo i ) Ol jie 9 opilgd ( Andal ddfllas 1ols” Ladb

Theochem-Elsevier

Diaziridines Thermal Cleavage Possibilities Disrotatory or
Conrotatory?,Molecular Stracture, THEOCHEM 770(2006)7-12

Scholars Research Library

A Computational NMR Study of Chemisorption of Nitrogen-Doped
on the Surface of Single-Walled Carbon Nanotubes, Archives of
Applied Science Research, 2 (4), (2010) pp 262-270.

Applied Sciences,
Engineering and Technology

Optimization of Carbon Nanotubes for Nitrogen Gas Adsorption,
Research Journal of Applied Sciences, Engineering and Technology,
Vol. 2(6), (2010), pp 547-551.

Applied Sciences,
Engineering and Technology

Optimization of adsorption of oxygen gas on Carbon nanotubes
surface, Archives of Applied Science Research, Vol 2 (5), (2010), pp
438-443.

49 - Ol b

®. Awmpadpu, A. Kacuvmu, M.M. Paxumona, 3.H. IOcydos,
Yraepoaucroie Hanorpyoxku n Agcopouuss Mousekyn Krciaopoaa na
ux IloBepxnoctu, Jokuaagbl Axagemuun Hayk PecnyOuauku
Tamxukucran, Tom 53, Ho 9, 2010.

A. Kacumu, M.M. PaxumoBa, ®. Ampadu, C. BboGonauon ,
Ancopouns  Modaekya Kuciaopona u  Azora OpHocioiiHoi
Yraepoanoii Kennupoannoii Bogoponom HanoTpyOkoii, Jloknagsl
Axanemuu Hayk Pecnyoianku Tagxuxucran, Tom 53, Ho 12, 2010.

A. Kacumu, @. Ampadu, M.M. Paxumona, 3.H. IOcydos
Yraepogucroie HanorpyOkm u  AjacopOums A3ora Ha HX
IHoBepxHocTH

A. Kacumn, M.M. PaxumoBa, ®. Awmpadu, C. Bbodonauon ,
Hccaenosanue Ancopoums Oz , N2 Ha Ongnocinoiinoii YriaepomHoi
Hanorpyoxke Mougean (5,0) , Kennuposannoii Bogopoaom
Hokaansl Akagemuun Hayk PecnyOamku Tamxkukucran, Tom 54, Ho
1, 2011.

E-Journal of
Chemistry(India)

Density Functional Theory (DFT) Study of Oz, N2 Adsorptions on H-
Capped (5, 0) Single-Walled Carbon Nanotube (CNT), E-Journal of
Chemistry ,2011, 9(2)

Research Journal of Applied
Sciences, Engineering and
Technology

Comparison of Adsorption of Nitrogen and Oxygen- Molecules on the
Open Ended and Surface of Swcnts: A Computational NMR and
NQR Study,Maxwell Science,2012,4(7), 795-801

Research Journal of Applied
Sciences, Engineering and
Technology

Density Functional Theory (DFT) Study of O2, N2 Adsorptions On
H-Capped (4,4) Single-Walled Carbon Nanotube, Mexwell
Science,2012,4(15),2523-2528.

Research Journal of Applied
Sciences, Engineering and
Technology

A Computational NMR Study for Chemisorption of Oxygen-doped
on the Surface of Single-walled Carbon Nanotubes, Mexwell
Science,2012,4(15),2529-2536.

Research Journal of Applied
Sciences, Engineering and
Technology

Study of Nuclear Quadrupole Resonance on CO-doped Single-Walled
Carbon Nanotubes: A DFT Computation, Mexwell Science,
,2012,4(15),2543-2547.

Journal of ChemTech
Research

Highly Sensitive Single-Walled Carbon Nanotube (5,0) for
Adsorptions Gases CO2,CO and N2 : A DFT Study

E-Journal of Chemistry

Density Functional Theory (DFT) Study of O2, N2 Adsorptions on H-
Capped (5, 0) Single-Walled Carbon Nanotube (CNT)

Der Chemica Sinica

E. Ashrafi Influence of hydrogen doping on the **N and O NMR
arameters in zigzag and armchair single wall nanotube: A DFT study

Journal of ChemTech

Adsorption 0O, ®N and CO molecules on the surface of SWCNT: A



http://www.google.com/url?sa=t&rct=j&q=&esrc=s&frm=1&source=web&cd=1&ved=0CCcQFjAA&url=http%3A%2F%2Fwww.maxwellsci.com%2Fprint%2Frjaset%2Fv4-795-801.pdf&ei=iEKNT-GeOs3xsgbR5uzfCQ&usg=AFQjCNH-tzE3JL8pHZYY5_iNLzY343H2-Q&sig2=IQDUV4TLdi9Ekh8y691UDw

Research

Computational NMR study

Research Journal of Applied
Sciences, Engineering and
Technology

A DFT Computation for Compaison of NQR of O2,N2,and COover
the surface of Single-Walled Carbon Nanotubes, Mexwell Scientific
Orgnaization, Article 5(6):1892-1898,2013

(Elsevier) ChemTech

NMR Study of Gases Adsorption on Single-Walled Carbon
Nano Tubes-A Review

(Elsevier) ChemTech

Density Functional Theory (DFT) Study Adsorptions On Single-
Walled Carbon Nano Tube-A Review

(Elsevier) ChemTech

Adsorptions Gas CO2 on the Surface and Open-Ended Single-Walled
Carbon Nanotube: A NQR Study

Superlattices and
Microstructures(Elsevier)

Adsorption of cyanogen chloride over Al- and Ga-doped BN

nanotubes

American Journal of Science
and Technology

A DFT study on the NMR and NQR chemical shifts of molecules
confined in boron nitride nanotubes

Ciéncia eNatura

Computational study adsorption of mercaptopurine in generation G3
and G5 PAMAM dendrimers

Cellular & Molecular Biology

Molecular structure, spectroscopic assignments and other quantum
chemical calculations of anticancer drugs - A review

Cellular & Molecular Biology

Conformational stability, spectroscopic and computational studies,
highest occupied molecular orbital, lowest unoccupied molecular
orbital, natural bond orbital analysis and thermodynamic parameters
of anticancer drugs on nanotube - A review

Lignocellulose

Utilization of Cationic Starch- Nano Silica Dual System to Improve
Zeta Potential, Retention, and Drainage of Mixed NSSC - OCC Pulp

J Clust Sci

BN Nanotube Serving as a Gas Chemical Sensor
for N20O by Parallel Electric Field

Entomology and Applied
Science Letters

Adsorption of NO2 molecules on single-walled carbon nanotubes: A
Computational Electronic Energies and Relative Stabilities Study

Int. J. Nano Dimens(ISC)

CO2 adsorption on the surface and open ended of single wall carbon
nanotubes (SWCNTs): A comparative study

Applied Surface Science

Ga-doped and antisite double defects enhance the sensitivity of boron
nitride nanotubes towards Soman and Chlorosoman

(SO (NGRSO 3O (B H

NBO 36T (ppodlomnsy (5915 (J9T 90 0933 (S35 500 Nigyy 9308 § Sl
NQRsNMR <AIM

Journal of Inorganic and
Organometallic Polymers and
Materials

The Effects of Zn Doping on the Interaction of a Single Walled
Carbon Nanotube with Penicillamine Drug A DFT Study

ADSORPTION-JOURNAL
OF THE INTERNATIONAL
ADSORPTION SOCIETY

Theoretical insights into the mechanism of CO2 physisorption on AIN
ring doped on the carbon nanotube a DFT study

ADSORPTION-JOURNAL
OF THE INTERNATIONAL
ADSORPTION SOCIETY

A DFT study of penicillamine adsorption over pure and Al-doped
C60 fullerene

Journal of Molecular Liquids

Adsorption behavior of metformin drug on boron nitride
fullerenes: Thermodynamics and DFT studies

THEORETICAL
INORGANIC CHEMISTRY

A Density-Functional Theory of CO2 Interaction with a Hafnium-
Titanium Nanoclusterl

(4awg) St lo (oud JG 95

STUDY OF THE PHYSICOCHEMICAL PROPERTIES OF ANTI-
CANCER DRUG GEMCITABINE ON THE URFACE OF Al
DOPED C60 AND C70 FULLERENES: ADFT COMPUTATION

Journal of Molecular Liquids

A study on the effect of 1-butyl-4-methylpyridiniumbromide
adsorption on the structural and electronic properties of B12N12
nano-cage

Iranian chemical
communication

Study of bendamustine anticancer drug in gaseous and in a few
selected liquid solvents phases using functional density theory (DFT)

Eurasian Chemical
Communications

Studying the interaction of calcium, potassium and sodium ions
with 3 isomers of Docetaxel drug and the effect of these ions on
physicochemical and thermodynamic properties: A DFT computation

Eurasian Chemical
Communications

Studying physicochemical characteristics of Flutamide adsorption on
the Zn doped SWCNT (5,5), using DFT and MO calculations




Structural Chemistry

Theoretical study on carbonaceous materials as high efficient carriers
for crizotinib drug in liquid water by density functional theory
approach

Surfaces and Interfaces

Effect of adsorption sensitivity of armchair single-walled BN
nanotube toward thiocyanate anion: A systematic evaluation of length
and diameter effects

journal of water and
environmental
nanotechnology

Interaction of Crizotinib (as an anti-lung cancer drug) on
Pure,Boron-Doped, and Carboxylated C60 Fullerene: Based on
DensityFunctional Theory

A s

O Aml (o Ma 5 903 @i (Abiraterone) <o o3 (s ould gl 59y
4aulaa DFT

Steroids

Abiraterone and D4, 3-keto Abiraterone binding to CYP17A1, a
structural comparison study by molecular dynamic simulation
Steroids

29 Pl olKLI1S (63w Oloilw

R Uy $ib (59 g 03 I e DA b

Olaile Ol g5 ply olCL1S

S Wl gl 95 ¢ Ui I xbw Od> b

S9U89 (a9 (ke g ol
a3l sl

N2,02,CO @iz cuz 05 S 495l il du T b

O3k Olwl 5o ply oL

NH3,NO2 bl wis cez b d90gib (il 4 & 5

Ohuiile Olwl 595 ply LIS

20 g 099 Syl 9l (K9 iUl g (Sl Oluoguas vy y TP
Or0398%0 (59518 b ko

5 el mio olRLS1S

Sl e0 LA duslio:gil (559L8 (2 92miild gulodd a3l il ST 58 S 4
001920 &5 Ly Ueleil 3k Al 9l (595 5T 9 U39
NMR,NQR dusloxo

PaxumoBa M.M., Kacumun A., Awmpadu P., IOcynos 3.H.,
YTJEPOJUCTBIE HAHOTPYBKHN n nux
AJICOPBLIMOHHBIE CBOWMCTBAG, Pecny6amkckoii Hayunoii
Kondepenunud, [Hoxaaapr Axagemun  Hayk  PecnyOuamku
TagKuKHCcTaH, 29-30 CeHTs10psi0 2011, dymanoe,
TAJVKUKUCTAH.

PaxmanoBa M.M. , Kacumun A., Ampapu P., Bodonazapos M.,
ANCOpPOLMOHHBIE CBOIiCTBA OJHOCJONHHBIX YIJIEPOIHBLIX HAHOTPYOOK,
KON POBAHHBIX BOJIOPOIOM, Pecny6nnkckoii Hayunoii
Kongepenuunoé, Joknagsr Axagemun  Hayk  PecnmyOamkm
Tamxukucran, 13-14 SlanBaps 2011, Iymante, TAJZKUKUCTAH.

Sled oulils

Ab initio study of (CH)10 is :ylgs b oyt 31 AT (o slow 30 <5 g
isomer :therma |l and photochemical rearrangement.

Olod ol

potential energy surface for 20198 U ot 31 IT (o jlaow 40 C5 g0
biomolecular system :CH4 and H2S

O™ ol

Ab initio study of thermal and R0 JULRE TR CIF V- RN LR -
photochemical rearrangement in some of valence isomer , of (CH)10
and calculation of physical chemistry parameters

293P 09 ply olKL1D

o o led e ¢ O3Sl DA (Sl iy S Uy b (il dug
9P ITAR Hgs sed ¢ 59 ply KIS

Oleho! Hg ply olKils

omoslez (039 5w I o Sl (£92) Jow () B Doa 96 (Sl dug
L Olgaol VWAL ObT ¢ 3¢5 ply olREHS & 3 Lo Lislod

33 Olwl y95 ply olCL1S

WAoo o DFT duslono 5) 4536 ehaw 9 43 (59 059 5 S i dwlio

gy 19 Pl oIS

SO 3b s o Sl deleil (595 U595 § O SleeTen LA dwlio
I e yanc i 399 ply OIRLI1S ooud (o mwlod Cyogic NMR - Sluwslxe

R 09 Ply olSLls

oo ¢ oylue &T Uyt g6 3L Hlas 59y O2 Lix-NMR Sluwlbxe <O
T seecgiar 59 ply OILIS (oo o ulos




Agan (Khy pole olKLIS

ADSORPTION of N2 MOLECULES on the OPEN ENDED of
SINGLE WALL NANOTUBE: A COMPUTIONAL NMR, 2d Conf.
Apllic. Nanotech. Sci. 16-17 May 2011, Mashhad, Iran .

Ao Koy pole oL

COMPARISON OF ADSORPTION OF OXYGEN AND
NITROGEN MOLECULES THE OPEN ENDED SWCNTS:A
COMPUTATIONAL DFT, 2d Conf. Apllic. Nanotech. Sci. 16-17 May
2011, Mashhad, Iran .

Beijing, China

o A 00 OS5 iy
Adsorptions Gas CO2 On The Surface and Open-Ended Single-
Walled Carbon Nanotube: A NQR StudyNotification of
Acceptance ICFMEME 2012 sBeijing, China during December
20-21, 2012 shttp://www.icfmeme.org/

Olaio! 595 ply olKils

9 U5 I Dde (Sl 0sl990 T o (S Uglgil Cumlus duylin
S @b 3 ookl b 039 wDFT

Olgaol yg ply ol KU1

b Sl LS 039 55 Jglo (595 B s 09 TN 3 (S g T dwlao
Sl 95 3 Sl b 5 3 DFT

Olgdol yoi ply ol KU1

- 395 Bl o B Slul SSLo G 0 ur 31 (BB Salo 7 T (g
oS b (15

Olgdol yoi ply ol KU1

093 B 17— 395 g o B L o

Oloed ygi ply ol

63 Sl 2 STl (S gil — gl Al oo 5 31 o3likwl 56

Iran Guyae cw y oliils

Adsorption of NCS and SCN on (6, 0) Single-Walled Boron Nitride
Nanotube: A NMR and NQR Study, ICNN2014, 22-24 October 2014,
Tehran, Iran

Iran _wyve cu y olRLS10

The utilization effect of mixture of cationic starch substance and
colloidal Nano-silica particles on the paper strength properties for
fluting medium produced from NSCC pulp, ICNN2014, 22-24
October 2014, Tehran, Iran

Iran wyde cuw f olRL518

Comparison of Adsorption of CO2 Molecule on the Surface and open
ended (SWCNTSs), ICNN2014, 22-24 October 2014, Tehran, Iran.

Iran wyde cw y ol&L10

Chemical synthesizes and Characteriezation of Hydroxyapatite
/Chitosan/Silver nanocomposit, ICNN2014, 22-24 October 2014,
Tehran, Iran

b oIl o o (yuogd
9N SigesS

Study the effect of utilizing cationic starch colloidal nano silica
mixture on zeta potential - A Mixture of NSSC with OCC Pulp

$b (Mol o g lod (p0gd
N SIS

Adsorption of N2, 02, CO and CO2 Molecules on the Open Ended
and Surface of Swents: A Computational NMR and NQR Study-A
Review

The international conference
in new research of electrical
engineering and computer
science

Computational Study Absorption of Mercaptopurine in Generation
G3 and G5 PAMAM Dendrimers

The international conference
in new research of electrical
engineering and computer
science

Investigation of Quantum Chemical Calculations of Anticancer
Drugs; NBO analysis, Mulliken population analysis, HOMO and
LUMO orbitals and electrostatic potential - A Review

The international conference
chemistry chemical and
engineerin

A TD-DFT Study Of Ihe Thermodynamic Properties of Bropirimine
Anti-Cancer Drug

o b Giakd L ulea

956 9055 93l 59y y Pom g - 4- g 1- Jg wlbo S (T 39 (i
P &b s

Ry S Gigld o plos

Sl 3 S g 1 oy Stess! o 3 51 1- gy o S0 (S5l 4ne



http://www.icfmeme.org/
http://www.icfmeme.org/

Sl NQR 9NMR

Jb93 SV (55910

Oes 62014 3t

American Journal of Science and Technology

IARYACRAR S

5,..»')})’)0)95 fl‘% clf:é'é)bsslhs;‘}él f;ig‘ﬁmgj}dllin Slal i 6)‘}?)3
Sol

Ao Y

1rae

B DY glg> 4 9 (STl T gib VLo gl

00,5 £ dy001E

1744

Al 40b ObL Hslie § Sloadly St

el plo -

ao o Yo ik

A0 Jlo bl (895 solie (193 ply SITEINS (3193l sgal 39Lin ATLol goams giasc st i HLil> puod

Gy 3l 063 Dl Srad g

99 9 pLxl Jb 50 3590 O
08,5 £Bs dy90

S50 0590 Saxmiila Y slaly Sl

IFAA-1TA-1Ta. —17AR

(19 Pl SEE1D) Ol 3o Gl § p» Kingh

\ray

RISl Cwwd 38 (A9%H b ) DIS Cwd 5o

O3k (8 fibisl 1141

O3l il Eng % Hges Sgil

1Yy

O3k Oliwl wugd dloy olde 4  BIg5 (S1H10

14

O3k Oliwl wugd dloy ole 45  BIg5 (S1H10

Sl 438 57 518 o3 Sliww Colos § (33945 3590 9 bl (0 w9y OLI U (SO Wl

(Bb @ 590k gl y 35 30 399 plag OGS - yuno! y 20585 © ylows g (i 50T
St dlt s

ol bt & it

e




