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. "Solvent effects on stability arldN NMR shielding of 5-methylcytosine tautomers:A
theoretical approachlournal of Molecular Structure: THEOCHEM
E. Zahedi, M. Aghaie, K. Zare, H. Aghaie. 2009.
. "A density functional study of NBO, NICS arfN NQR parameters of 5-methyl-
cytosine tautomers in the gas phasatrnal of Molecular Structure: THEOCHEM
E. Zahedi, M. Aghaie, K. Zare. 20009.

. "NBO and NICS analysis of the allylic rearrangense(the Cope and 3-aza-Cope
rearrangements) of hexa-1,5-diene and N-vinylprgm2-amine: A DFT study”
Central European Journal of Chemistry

E. Zahedi, S. Ali-Asgari, V. Keley2010.
. "Kinetic and thermodynamic study of the substitueffect on the amino-Claisen
rearrangement of para-substituted N-allyl-N-arylania Hammett study via DFT"
Molecular Simulation

S.R. Emamian, M. AghaieM.R. Zardoost, E. Zahedi, K. Zare. 2010.
. "Theoretical study of HF elimination kinetics ofhahe fluorides and derivatives
[C2H6-nFn (n = 1- 4)]" Indian Journal of Chemistry.
A. Shiroudi, E. Zahedi. 2010.

. "Control aromaticity in the thermal decompositiorf 8,5-dihydrofuran, 2,5-

dihydrothiophene and 3-pyrroline: a kinetic andrmhedynamic study via DFT"
Reaction Kinetic Mechanism Catalysis
A. Shiroudi, E. Zahedj R. Zabihi. 2011.
. "A DFT study of NBO and NICS analysis of the altyliearrangements (the Claisen
and thio-Claisen rearrangements) of 3-(vinyloxyjplieene and allyl vinyl sulfide"
Phosphorus, Sulfur, and Silicon and the Relatednelgs
E. Zahedi, A. Shiroudi, S. Ali-Asgari, V. Keley2011.
. "The influence of NH-attaching on the NMR parameters in the zigzag BNotube"
Superlattices and Microstructures
E. Zahedi, A. Bodaghi, A. S&jfA. Boshra. 2011.
. "Mechanism and regioselectivity of the 1,3-dipatgcloaddition of methyleneamine
N-oxide with cyclopent-3-ene-1,2-dione and its azea and thia analogs: A DFT

approach'Progress in Reaction Kinetics and Mechanism



S.R. Emamian, E. ZahédR012.
10."Structural and electronic properties of ammoniasoaption on the €Bi1sN1s
heterofullerene: A DFT study"Journal of Computational and Theoretical
Nanoscience
E. Zahedi, A. Seif, T.S. Ahmadi. 2011.
11."Thermal Decomposition Kinetics of Ethane Halidesd aDerivatives [@Hs.nXn
(n=1-3); X=F, ClI, Br]: DFT Study and NBO Analysi€hinese Journal of Structural
Chemistry
A. Shiroudi, E. Zahedi. 2011.
12."DFT study of the allylic rearrangements (the Coparrangements) of substituted
hexa-1,5-dienes: NBO and NICS analysiBfogress in Reaction Kinetics and
Mechanism
H. Aghai€, E. Zahedi, S. Mohammadkhani, M. Aghaie. 2011.
13."Theoretical study and NBO analysis on the gas @haBmination kinetics
mechanism of 2-chloroethylsilane and derivativesigress in Reaction Kinetics and
Mechanism
A. Shiroudi, E. Zahedi. 2012.
14."A theoretical study of NBO, NICS arfdN NQR parameters of adenine tautomers in
the gas phase via DFTUburnal of Heterocyclic Chemistry
E. Zahedi. 2012.
15."Ammonia adsorption on the 3@i1sNis heterofullerene: DFT study of nuclear
magnetic shielding and electric field gradient tessof N and B nucleiJournal of
Physica B: Condensed matter
E. Zahedi. 2011.
16."Adsorption of NH and NQ molecules on €BeNs heterofullerene: A DFT study on
electronic propertiesJournal of Physica B: Condensed matter
E. Zahedi, A. Seif. 2011.
17."Size-dependent electronic structures of boron ardtbde (BC2N) nanotubes. A
DFT approach'Superlattices and Microstructures
E. Zahedi. 2011.
18."The comparative study in transport properties wh,thiophene and selenophene
dithiols in nano electronicSuperlattices and Microstructures
E. Zahedi, A. Pangh. 2011.



19."Effect of tube radius on the electronic and magnatoperties of finite boron nitride
zigzag nanotubes using DFUburnal of Physica E: Low-dimensional Systems and
Nanostructures
E. Zahedi, A. Seif. 2011.
20."A DFT study of carbon nanobud$he European Physical Journal B
A. Seif , E. Zahedi, T.S. Ahmadi. 2011.
21."Characterization of a redox-responsive moleculaitch based on dibenzo[l1,2]
dithiine using DFT'Chinese Journal of Structural Chemistry
E. Zahedi, S.R. Emamian, A. Shiroudi. 2012.
22."DFT Calculations and NBO Analysis of 2-chloroettylyldichlorosilane
Unimolecular Elimination Kinetics in the Gas Pha&#inese Journal of Structural
Chemistry
A. Shiroudi, E. Zahedi. 2012.
23."Kinetic study and NBO analysis of the dehydrogematmechanism of five-
membered ring heterocyclic 2,5-dihydro-[furan, gihene, selenophenelhinese
Journal of Chemistry
A. Shiroudi, E. Zahedi. 2011.
24."Ab initio study and NBO analysis of the unimolemuldecomposition kinetics of
2,2-dimethyloxetaneProgress in Reaction Kinetics and Mechanism
A. Shiroudi, E. Zahedi. 2012.
25."Theoretical study of kinetics and thermodynamitéetero Diels-Alder reaction of
thiazole and isothiazol with thiophene-2,5-dionéhihese Journal of Structural
Chemistry
S.R. Emamian, J. Nabavi, F. Shams, E. Zahagil1.

26." A computational investigation of carbon-dopedyilerm monoxide nanotubes"

Central European Journal of Chemistry
A. Seif , E. Zahedi, G.M. Rozbahani. 2012,

27."A DFT studies of structural and quadrupole couplitonstants properties in C-

doped BeO nanotubeSuperlattices and Microstructures

A. Seif , E. Zahedi. 2011.

28."The unimolecular thermal decomposition of Oxetand methyl derivatives: An ab

initio and RRKM calculationsRussianJournal of Physical Chemistry. A

A. Shiroudi, A. Tahan,E. Zahedi. 2012.

29."DFT study of NBO, NICS an#N NQR parameters of guanine tautomers in the gas

phase'Zeitschrift fir Physikalische Chemie.



E. Zahedi, K. Zare, H. Aghaie, S.R. Emamian, A. Shiroudil20
30."DFT calculations of the elimination kinetics oflagyclobutanes and its methyl
derivatives in the gas-phasé&®hosphorus, Sulfur, and Silicon and the Related
Elements
A. Shiroudi, E. Zahedi. 2012.
31."Exohedral chemical functionalization of42¢BsNe with NHz: Binding energies and
electronic structures of4BsNe—(NHz3)n=16" Superlattices and Microstructures
E. Zahedi, A. Seif. 2012.
32."Mechanism and regioselectivity of the 1,3-dipatscloaddition of thiocarbonyl S-
imide with cyclopent-3-ene-1,2-dione and methoxgath A DFT approach”
Physical Organic Chemistry
S.R. Emamiah E. Zahedi. 2012
33."Effect of tube radius on the exohedral chemicaicfionalization of boron-nitride
zigzag nanotubes with NHJournal of Physica B: Condensed matter
E. Zahedi. 2012.
34."The allylic rearrangements (Claisen and thio-@a)sand decomposition reactions
of allylformate and sulfur analogue: DFT study aWtCS analysis"Progress in
Reaction Kinetics and Mechanism
A. Shiroudi, E. Zahedi. 2013.
35."Theoretical study of the pressure dependent raiastants of the thermal
decomposition oB-propiolactone’Arabian Journal of Chemistry
A. Shiroudi, E. Zahedi. Accepted for Publication.
36."Ab initio and RRKM study of the unimolecular decpasition of five- membered
ring heterocyclic (X= O, S, N-H)Chinese Journal of Structural Chemistry
A. Shiroudi, E. Zahedi. 2012.
37."DFT-NEGF study of transport properties and NDR aabr in fused furan and
thiophene dimmersJournal of Physica B: Condensed matter
E. Zahedi. 2012.
38."Isomerization reactions ofi-methyl allyl [acetate (1), trifluoro acetate (2)k
Theoretical (NBO, NICS, RRKM) Study'Progress in Reaction Kinetics and
Mechanism
A. Shiroudi, E. Zahedi. 2013.
39."Adsorption of nitrogen dioxide on#B1sN15 heterofullerene: AIM and NBO study
via DFT" Comptes Rendus Chimie
E. Zahedi. 2013.



40."Theoretical study of proton transfer in ammoniahtogen halides in the presence of
methanol"Research on Chemical Intermediates.
A. Pangh, E. Zahedi. 2013.
41."DFT study of the mechanism and regioselectivitylgd-pentadiene with methyl
acrylate using theoretical approach€siinese Journal of Structural Chemistry
A. Shiroudi, E. Zahedi. 2013.
42."The influence of NO2-attaching on the nuclear negnshielding tensors of N and
B nuclei in GoBisNis heterofullerene: A DFT studyResearch on Chemical
Intermediates.
E. Sedghamiz, Z. Halfinezhad, A. Shiroudi, E. Zahe2D13.
43."Comparative investigation of stability of indenendaisoindene and the their

heteroanalogs (N,O,S) using the computational ndsthBhosphorus, Sulfur, and
Silicon and the Related Elements.

S. Ali-Asgari, E. Zahedi, S.R. Emamian. Accepted for publication
44."Mechanism and regioselectivity of 1,3-dipolar @auldition reactions of sulfur-
centered dipoles with furan-2,3-dione: a theorétgtady using DFT"Journal of

Chemical Sciences.

S.R. Emamian S. Ali-Asgari, E. Zahedi. 2014

45."DFT study of electric field effects on the isonzation of a photochromic molecular

switch based on 1,2-dithienylether@@dnadian Journal of Chemistry

E. Zahedi, M. Mozaffari, F-S. Karimi, A. Nouri. 2014.

46."Current-voltage characteristics through dithiegglopentene: A NEGF-DFT study"

Journal of Physica E: Low-dimensional Systems aaddstructures

E. Zahedi, A. Pangh. 2014.

47."DFT study of hydrogen storage on Li- and Na- doBesB heterofullerene"Surface
Review and Letters.
E. Zahedi, M. Mozaffari. 2014
48."Diels-Alder reactions ofi-cyanoa,p-unsaturated ketones with 2-methyl-1,3-
butadiene: DFT study of mechanism, reactivity esgloselectivity" International
Journal of Chemical Kinetics
A. Nouri’, E. Zahedi, F. Joneydi Jafari. Accepted

49."Molecular dynamics simulation of boron nitride otube as a drug carrieArabian
Journal for Science and Engineering
E. Sedghamiz, E. Jamalizadeh, S.M.A HosSglhiSedghamiE. Zahedi . 2014



50."Mechanism and regioselectivity of the reversibiel®-Alder cycloaddition of 2-
methyl-1,3 butadiene with4BeNs heterofullerene: A DFT approactVolecular
Graphics and Modelling

E. Zahedi. 2014

51."DFT study of CO and NO adsorption on boron nitri@N)n=3.5s nano clusters"
SurfaceReview and Letters.

E. Zahedi, A. PanghH. Ghorbanpour. Accepted
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52."Hydrostatic pressure on the electronic and oppecaperties of the bulk and nano-
ribbon BbSs: A DFT study"Computational Material Science
E. Zahedi
53."DFT study of structural, elastic properties anerthodynamic parameters of2B¢
ribbons under hydrostatic pressures” Journal osleeyCondensed Matter
E. Zahedi, B. Xiao
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54."Ab initio and DFT studies on tautomerism of 5-my@tiytosine in gaseous phasé.,
Phys. Teor. Chem. IAR007.
Karim Zare, Majid Monajjemi, Ehsan Zahedi, Hosskghaie

55."A Theoretical Study on Aromaticity of 5-methylcgioe tautomers in gas phasa",

Phys. Teor. Chem. IAL2008.
H. Aghaié, K. Zare, E. Zahedi, S.R. Emamian

56."Kinetic and thermodynamic study of the substituesftect on the Claisen
rearrangement of para-substituted allyl aryl etlzerdammett study via DFT"J.
Phys. Teor. Chem. IAR2009.

S.R. Emamian, M.R. Zardoost, K. Zare, E. ZahediAghaié
57."A density functional theory study of the regioesgivity of the Diels —Aldercyclo

addition of 2 methyl- substituted diene with setelcdienophiles” J. Phys. Teor.
Chem. IAU2013.
A. Nouri', E. Zahedi, F. Joneydi Jafari, S. Sedaghat



58."Impact of Lewis acid catalyst on the regioseldtgivand kinetics of 1,3-dipolar
cycloaddition reaction of azidobenzene with acrolaitheoretical study using DFT"
J. Phys. Teor. Chem. IAQ013.
F. Shams, S.R. EmamiaiE. Zahedi
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59."A Novel Pathway for the Preparation of MesoporousMEM-41, and Its
Characterization" 2nd International Congress On Nanoscience & Nanotdolgyo
(ICNN2008), October, 2008, Tabriz, Iran.

60."Synthesis of Pt/Pd/Bi Nanoparticles in MCM-41 Hastder Alkaline Conditions,
and Its Characterization” 2nd International Congress On Nanoscience &
Nanotechnology (ICNN2008), October, 2008, Tabman]

61."NBO Study of Para derivatives of methoxy- andluofomethoxy Benzene with
different torsion angles”, 10 Iranian Physical Chemistry Seminar, April, 2007,
Isfahan, Iran.

62."Nucleus-Independent Chemical Shifts (NICS) Crdarto Evaluate Aromaticity in
para-Substituented Phenol with Different Torsiongkes", 14" Iranian Organic
Chemistry Seminar, March, 2008, Zabol, Iran.

63."NBO Analysis and Electronic Structure of Heterday®ing in XTC", 14" Iranian
Organic Chemistry Seminar, March, 2008, Zabol,.Iran

64."Computational Study on the Kinetic of 3-Aza-CopeaRangement in the Gas
Phase", 1% Iranian Organic Chemistry Seminar, March, 200&dalran.

65."NBO Analysis of Intramolecular Hydrogen Bond insB}-amino-3-pentene-2-one”
15" Iranian Seminar of Organic Chemistry (151SOC), Asig 2008, Kermanshah,
Iran.

66."Solvent effects on stability andN NMR shielding of XTC" 18 Iranian Seminar
of Organic Chemistry (151SOC), August, 2008, Kerstah, Iran.

67."Substituent Effects in the Synthesis of Thiourlasn Reaction of Anilines with
Benzoylisothiocyanate: A Hammett Study via DFT Meth13" Iranian Seminar
of Organic Chemistry (151SOC), August, 2008, Kerstah, Iran.



68."Synthesis of Bis-4-amino-3-pentene-2-one and ystaurdInteramolecular Hydrogen
Bond" 18" Iranian Seminar of Organic Chemistry (15ISOC), Asig 2008,
Kermanshah, Iran.

69."The Kinetic and Thermodynamic Study on the Claig&arrangement in the Gas
Phase Using Computational Calculations" IBanian Seminar of Organic Chemistry
(15ISOC), August, 2008, Kermanshah, Iran.

70."Substituent study on 1, 3-D.C. of substituted amnizs with ethylene: a Hammett
study via DFT" 1% Iranian Seminar of Organic Chemistry, October,@®abolsar,
Iran.

71."Substituent effect on Baeyer—Villiger oxidation sxibstituted benzaldehydes with
ethaneperoxidacid: A Hammett study via DFT""17ranian Seminar of Organic
Chemistry, October, 2010, Babolsar, Iran.

72."Electrophilic addition of hydrogen fluoride and t@ato asymmetric olefins:A DFT
study" 17" Iranian Seminar of Organic Chemistry, October,@@®abolsar, Iran.

73."Theoretical study of the mechanism, regio- andesigelectivity of the Diels—Alder
reaction of para-substituted 1-phenyl-1,3-cyclopdmne with cyclopent-2-enone"
17" Iranian Seminar of Organic Chemistry, October,®@@abolsar, Iran.

74."Substituent effects in the Diels—Alder reaction pafra- substituted 2-phenylfuran
with crotonolactone: A Hammett study via DFT"" 4ranian Seminar of Organic
Chemistry, October, 2010, Babolsar, Iran.

75."DFT study on a selective BN- doped graphene® 1danian Physical Chemistry
Conference, February, 2011, University of TehrashKiran.

76."Effect of B and Al functional groups on a seleetigraphene: A computational
study" 14" Iranian Physical Chemistry Conference, Februafy,12 University of
Tehran-Kish, Iran.

77."The comparative study of transport properties whm, thiophene and selenophen
dithoils in Nano Electronics" 14 Iranian Physical Chemistry Conference, February,
2011, University of Tehran-Kish, Iran.

78."Theoretical study of hydrogen storage in Li—etngeomplex via DFT" 18 Iranian
Physical Chemistry Conference, February, 2011, &sity of Tehran-Kish, Iran.

79."Aromaticity analysis of stable guanine tautomerstie gas phase via DFT" "4
Iranian Physical Chemistry Conference, February12@niversity of Tehran-Kish,

Iran.



80."The NO2 adsorption on the C48B12 heterofullerdDET study of B electric field
gradient tensors" 14 Iranian Physical Chemistry Conference, Februa§]12
University of Tehran-Kish, Iran.

81."Electric field effects on the switching of moleauwitch via DFT 14" Iranian
Physical Chemistry Conference, February, 2011, &sity of Tehran-Kish, Iran.

82."The NO2 attached C30B15N15 heterofullerene: A Catagional Nuclear Magnetic
resonance study" ¥4 Iranian Physical Chemistry Conference, Februagl12
University of Tehran-Kish, Iran.

83."Hydrohalogenation and hydration of asymmetriciofa DFT study" 14 Iranian
Physical Chemistry Conference, February, 2011, &sity of Tehran-Kish, Iran.



