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Computational Chemistry

Molecular Simulation of:

Adsorption, Separation and Purification of Gases and Pollutants Removal from Wastewater by
Nanoporous Materials

Nano-Confined Fluids,

Two-Dimensional Nanostructures,

Molecular Switches,

Biomolecules and Drugs,

Quantum Chemical Calculations of mentioned systems aimed to provide Deeper Insight of Guest-Host
Chemistry

Chemometrics

v RESEARCH PROJECTS--nnmrnmsemmeammremsemsaammeammea s eammaam e e e emseamme e meemeeammeammeecee

“Biomedical Applications of Zeolites: Computational Study”, Dr. Yan Alexander Wang’s group, UBC,
Vancouver, Canada (2016)

Postdoctoral Researcher, Dr. Jafar Towfighi’s group, Department of Chemical Engineering, Tarbiat
Modares University, Tehran, Iran (2018-2019)

“Industrial Applications of Zeolites: Computational Study”, Dr. Jafar Towfighi’s group, Department of

Chemical Engineering, Tarbiat Modares University & INSF, Tehran, Iran (2019-2020)
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Working in the position of Academic Teacher:

Advanced Physical Chemistry, Physical Chemistry I & 11, General Chemistry, Industrial chemistry, Basic
Principles and Calculations in Chemical Engineering and HSE courses courses at graduate & under
graduate levels, Khatam Alanbia Technology University, Behbahan, Khuzestan, Iran (2016-2023).
Physical Chemistry, Thermodynamics of Chemical Engineering, and General Chemistry courses at
graduate level, Shahre Ghods branch of Isalamic Azad University, Tehran, [ran (2013- 2017)
Physical Chemistry and Advanced Physical Chemistry courses at graduate level, Tehran shargh
branch of Isalamic Azad University, Tehran, Iran (2014- 2015)

Chemistry courses at University of Applied Science and Technology, Tehran, Iran (2012, Feb-Jul)
Teaching Assistant in Quantum chemistry II & III, Statistical thermodynamics, Chemical kinetic at
Tarbiat Modares University, Tehran, Iran (2015-2017)

Holding problem solving course for Advanced Physical Chemistry in the academic years.

Working in the position of Advisor:

Advising for MS thesis, Khatam Alanbia Technology University, Behbahan, Khuzestan, Iran (2021-
2022).

Advising for MS thesis, Shahre Ghods branch of Isalamic Azad University, Tehran, Iran (2013-2014).

Working in the position of Teacher:



Chemistry course at high School, Behbahan, Khuzestan, Iran.

Chemistry course at high School, District 1, Tehran, Iran.
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Research Institute of Petroleum industry of Iran (RIPI), Tehran, Iran (Jan.2011-2022)
The accomplished projects were as follows: Computational study on the zeolites
Food, Drug and Medical Equipment Control Reference Laboratories, Tehran, Iran

Quality Control Expert and Researcher of Cosmetic Department (Apr. 2008- Jul. 2009)

V" HONORS and AWARD S--=-======mm = m e e

Ranked 15t based on overall GPA among the Ms. graduate students in the field of Physical Chemistry,
Department of Chemistry, Tarbiat Modares University (Feb. 2010)

11thrank at the national entrance exam of the state universities for Ph.D degree (Sep. 2012)

Awarded the Ministry of Science of Iran scholarship for Ph.D sabbatical leave in University of British
Columbia (UBC), Vancouver, Canada (2016)

Ranked 1st based on overall GPA among the Ph.D graduate students in the field of Physical Chemistry,
Department of Chemistry, Tarbiat Modares University (Feb. 2018)

The Best Researcher of the Young Researchers Club (2018)

Received Teaching Qualification Certificate from Tarbiat Modares University (2018)

Postdoctoral fellowship, by Iran National Science Foundation (INSF), Tehran, Iran (2018)

Received an Academic Award from Iran’s National Elites Foundation (INEF) (2023)
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M. Anafcheh, F. Naderi, F. Ektefa, R. Ghafouri, M. Zahedi, “Polarizability of the Si60H60 Derivatives
Containing Epoxide Moieties (Si60H60-2n0n with n up to 30): A DFT Study”, Journal of Cluster Science,
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Journal of Molecular Graphics and Modelling, 2017, 72, 50-57.
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corrosion inhibitor for mild steel in NaCl medium Experimental and theoretical studies”, Journal of the
Taiwan Institute of Chemical Engineers, 2017, 71, 344-354.
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R. Ghafouri and F. Ektefa, “Theoretical study on the mechanism of reactions of CX3 radicals
(X =H, F,Cland Br) with C20H20 and C20F20 fullerenes”, Journal of Molecular Structure, 2017,1127,
296-302. https://doi.org/10.1016/j.molstruc.2016.07.112

R. Ghafouri and F. Ektefa, “Exploring the Mechanism of Reactions of SiX3 and CX3 Radicals with
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. R. Ghafouri and F. Ektefa, “Functionalization of carbon ad-dimer defective single-walled carbon
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999.10.2174/1386207318666150915113230
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corrosion inhibitor for mild steel in 1.0 M HCI”, Journal of Advanced Materials and Processing, 2014,
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F. Fathi, F. Ektefa, K. Sohrabzadeh, A. Arefi-Oskouie, M. Tafazzoli, K. Rostami, M. R. Zali, and M. Rostami-
Nejad, “A Metabonomics Study on Celiac Disease by CART”, International Journal of Celiac Disease, 2014,
2, 44-46.
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F. Fathi, F. Ektefa, M. Hagh-Azali, and H. A. Aghdaie, “Metabonomics exposes metabolic biomarkers of
Crohn's disease by THNMR”, Gastroenterology and Hepatology from Bed to Bench, 2013, 6, S19-S22.

A. Mortazavi, F. Fathi, F. Ektefa, M. Tafazzoli, A. Arefi oskouie, M. Rezaie-Tavirani, M. R. Zali, M. Rostami
Nejad, and K. Rostami, “Investigation of metabonomics technique by analyze of NMR data, which
method is better? Mean center or auto scale?”, Journal of Paramedical Sciences (JPS), 2013, 4, 1-10.

F. Ektefa, M. Anafche, and N. L. Hadipour, “A DET exploration of structural and electronic properties of
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« Conference Articles

1.

10.

11.

F. Ektefa and S. Javadian, “Preferential sitting of BEA, FAU, MOR, and MFI zeolite frameworks for
adsorbed phenol: A monte carlo study” 5t [ran international zeolite conference, Tabriz, Iran, 26-27
August 2018.

F. Ektefa and S. Javadian, “A computational study of the efficiency of nanocrystalin zeolite for separation
phenol from water” 6th Theoretical and computational chemistry workshop and seminar, CCER, Tehran,
Iran, 1-2 February 2017.

F.Ektefa, Y. A. Wang, and S. Javadian, “Temozolomide loading and release from FAU, MOR, LTL, and BEA
zeolites as drug delivery systems: A QM/MM computational study”, Medicinal Chemistry, Colby-Sawyer
College, New London NH, Massachusetts, United States, 6-7 August 2016.

F. Ektefa, Y. A. Wang, and S. Javadian, “A QM /MM computational comparison of efficiency of zeolites as
drug delivery systems for temozolomide: host-guest interactions”, 21st International Conference on
Quantum Systems in Chemistry, Physics, and Biology (QSCP-XX1), University of British Columbia (UBC),
Vancouver, BC, Canada, 2-9 July 2016.

F. Ektefa, S. Javadian, and Y. A. Wang, “An efficient approach to explore performance of nanostructure
of zeolite: Computational analysis”, 10t Annual VIVA NMR Symposium, University of Victoria, Victoria, BC,
Canada, 17 June 2016.

F. Ektefa, S. Javadian, and Y. A. Wang, Nanolytica, Simon Fraser University (SFU), Vancouver, BC, Canada,
5 May 2016.

F. Ektefa, and S. Javadian, “The adsorption of phenol on the Al-ZSM-5: QTAIM analysis”, Asian Nano
forum conference, Kish, Iran, 8-11 March 2015.

F. Ektefa, S. Javadian, and S Soltanali, “A DFT exploration of the adsorption of phenol on the industrial
nanostructrured catayst (ZSM-5)", 2nd [nternational Conference Of Oil, Gas And Petrochemical, Tehran,
Iran, 18 December 2014.

F. Ektefa and S. Javadian, “DFT Study of Substituted Azobenzene as Corrosion Inhibitors for Mild Steel”,
10t Annual Seminar of Electrochemistry of Iran, Tehran, Iran, 26-27 November 2014.

F. Ektefa, S. Javadian, and S. Soltanali, “The adsorption of phenol on industrial nanostructured catalyst
(ZSM-5): a computational study”, 5t International Congress on Nanoscience & Nanotechnology, Tehran,
Iran, 22-24 October 2014.

F. Ektefa, S. Javadian, and S. Soltanali, “The adsorption of benzene on the industrial catalyst (ZSM-5): a
computational study”, 17t Conference of Physical Chemistry, Tehran, Iran, 20-22 October 2014.



12.

13.

14.

X/

1.
2.

F. Ektefa, M. Anafcheh, and N. L. Hadipour, “An investigation electric field gradient and chemical
shielding tensors of azobenzene nanobioswitch: a density functional theory”, 3t International Congress
on Nanoscience and Nanotechnology, Shiraz, Iran, 9-11 November 2010.

F. Ektefa, M. Anafcheh, and N. L. Hadipour, “Investigation of azobenzene as a nano switch in cyclic
peptides: a density function theory study”, 6t» Annual Seminar of Electrochemistry of Iran, Kish, Iran, 7-
10 October 2010.

F. Ektefa, M. Anafcheh, and N. L. Hadipour, “Structural study and determination of NQR parameters of
azobenzene nanobioswitch using computational chemistry methods”, 16t national and 4 international

conference of biology, Mashhad, Iran, 14-16 September 2010.

¢+ Bo0OKs (in Persian)

Omics: New insight to modern biology, F. Fathi, F. Ektefa, and A. Mani, ISBN: 3993357
Experiments in physical chemistry, M. Anafcheh, F. Ektefa, ISBN: 5032935
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Workshop on “Molecular dynamic simulation of protein-ligand”. Tarbiat Modares University, Tehran,
Iran, Feb 2014.

Workshop on “The modeling and molecular dynamic simulation of nano bio systems by Gromacs
Software (1)”. Faculty of Shahid Beheshti Medical Science, Tehran, Iran, June 2012.

Workshop on “The modeling and molecular dynamic simulation of nano bio systems by Gromacs
Software (2)”. Faculty of Shahid Beheshti Medical Science, Tehran, Iran, December 2012.

Workshop on “VMD software for simulation results analysis”, Institute for Research in Fundamental
Sciences, Tehran, Iran, September 2013.

Workshop on “Molecular dynamic simulation: Lammps”, Amir Kabir University, Tehran, Iran, May 2014.
Workshop on “Molecular dynamic simulation: Material Studio”, Amir Kabir University, Tehran, Iran, May
2014.

Workshop on “Experimental Design”, Iran University of Science and Technology, Tehran, Iran, November
2014.

Workshop on “Computational methods in the electrochemistry”, Iran University of Science and
Technology, Tehran, Iran, November 2014.

Workshop on “Method on oral presentation paper”, Tarbiat Modares University, Tehran, Iran, October

2014.

¢ Chemometrics, short term training course, winter 2006, Total GPA: 100 (out of 100)

R/

*%* Health, Safety and Environment (HSE), training course, winter 2013
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Language skills

e Persian: Official language in my country

e English: Intermediate

Software skills: Gaussian, Gauss View, AIM, Hyperchem, crystal maker, Mercury, Avogadro, Chem
Office, Material Studio, VMD, VESTA, DLPOLY, Sigmaplot, Table Curve, MATLAB and Visual FORTRAN

(Orientation relative).



+ Instrumental & Technical Skills: Sample preparation, Bench Chemistry methods (titration, solvent
extraction, etc), UV-Visible Spectroscopy, Atomic Absorption Spectroscopy.

+¢ Other SKkills: Linux, Windows, ICDL, Microsoft Office Package, End note, Photoshop, Research
methodology.

v EXTRACURRICULAR ACTIVITIES----m-sserrsrrassaaaaaannnmmnmmmmmmmmecessne s e eesenanmmmm

+« 21stInternational Conference on Quantum Systems in Chemistry, Physics, and Biology (QSCP-XXI),
University of British Columbia (UBC), Vancouver, Canada (2-9Jul. 2016)
Member of the Executive Committee

+« 11th Annual Seminar of Electrochemistry of Iran (18-19 Nov. 2015)
Member of the Executive Committee

¢ 6th Annual Seminar of Electrochemistry of Iran (7-10 Oct. 2010)
Member of the Executive Committee

% 5th Annual Seminar of Electrochemistry of Iran (6-7 May 2009)

Member of the Executive Committee

v PROFESSIONAL AFFILATION---smsnmsmmsmcamssmnemmsn e e mnemmem e e me e e e e cnemnes

+¢+ Iranian Nano Society (2011- present)
¢+ Iranian Chemical Society (2011- present)
++ Iranian Association of Chemical Engineering (2013- present)
¢ Electrochemical Society of Iran (2014- present)
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