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The effects of various anchoring groups on optical and electronic properties of new
azo-based metal-free dyes for Dye-Sensitized Solar Cells: a DFT and TDDFT study
(under review)

Samaneh Bagheri Novir, Seyed Majid Hashemianzadeh

Effect of doping N and F on the properties of rutile TiO2 quantum dots solar cells:
A first principle study. (Under review)
Parvin Salehi, Seyed Majid Hashemianzadeh, Amin Khorsandi

Density functional theory study of new azo dyes with different n-spacers for dye-
sensitized solar cells Spectrochimica Acta Part A: Molecular and Biomolecular
Spectroscopy, 2015, 143(15), 20-34Samaneh Bagheri Novir, Seyed Majid
Hashemianzadeh

Computational investigation of low band gap dyes based on 2-styryl-5-phenylazo-
pyrrole for Dye-Sensitized Solar Cells, Current Applied Physics, 2014, 14(10), 1401-
1410. Seyed Majid Hashemianzadeh, Samaneh Bagheri Novir.

Computational Model of Hydrogen production by Coumarin-Dye-Sensitized Water
Splitting to absorb the visible Light in a Local Electric Field ,Energy Conversion
&Management , 2012,62, 154-164 ,M.M. Waskasi, S.M. Hashemianzadeh, O.M.
Sarhangi, A. P. Harzandi.

A High-Light-Harvesting-Efficiency of NKX-2593 and NKX-2883 Coumarin Dyes in
a Local Electric Field: Can a Local Electric Field Enhance Dye Sensitizer Solar Cells
Efficiently?

Journal of Photochemistry & Photobiology, A: Chemistry, 2011, 225, 95-105

0O.M. Sarhangi, S.M. Hashemianzadeh, M.M. Waskasi, A.P. Harzandi

Significant enhancement in efficiency of NKX-2807 Coumarin dye by applying
external electric field in dye sensitizer solar cell: theoretical study.
Computational and Theoretical Chemistry, 2011, 978, 33-40

0O.M. Sarhangi, S.M. Hashemianzadeh, M.M. Waskasi, A.P. Harzandi


http://www.sciencedirect.com/science/article/pii/S138614251500178X
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Molecular dynamic simulation study of Boron-Nitride Nanotubes as drug carrier:
from encapsulation to releasing (Under review), Sara Roosta, S.M. Hahsemianzadeh

Encapsulation of Cisplatin as an Anti-Cancer Drug into Boron-Nitride and Carbon
Nanotubes: Monte Carlo Simulation and Free Energy Calculation (under review)
Sara Roosta, Seyed Majid Hashemianzadeh, Sepideh Ketabi

Molecular perception of interactions between bis (7) tacrine and cystamine-tacrine
dimer with cholinesterases as the promising proposed agents for the treatment of
Alzheimer’s disease, Journal of Biomolecular Structure and Dynamics, 2015, xx, 1-
15, M Eslami, SM Hashemianzadeh, K Bagherzadeh, SA Seyed Sajadi.

Computational evidence to design an appropriate candidate for the treatment of
Alzheimer's disease through replacement of the heptamethylene linker of bis (7)
tacrine with S-allylcysteine, RSC Advances, 2015, 5, 66840-66851, Mahboobeh
Eslami, Seyed Majid Hashemianzadeh, Kiana Gholamjani Moghaddam, Amin
Khorsandi-Lagol, Seyed Abolfazl Seyed Sajadi.

Investigation of thermodynamic and structural properties of drug delivery system
based on carbon nanotubes as a carboplatin drug carrier by molecular dynamics
simulations, Journal of Inclusion Phenomena and Macrocyclic Chemistry, 2015, 1-10,
Zahra Khatti, Seyed Majid Hashemianzadeh.

Study of DNA base-Li doped SiC Nanotubes in Aqueous Solutions: A Computer
Simulation Study Journal of Molecular Modeling, 2013,19,1605 S. Ketabi, S. M.
Hashemianzadeh, and M. Moghimi Waskasi.

Molecular Dynamics Simulation of Single-Walled Silicon Carbide Nanotubes
Immersed in Water, Journal of Molecular Graphics and Modeling, 2013, 44, 33-43,
Soheila Javadian, Fariba Taghavi, Seyed Majid Hashemianzadeh.

Phase Transition Study of Confined Water Molecules inside Carbon Nanotubes:
Hierarchical Multiscale Method from Molecular Dynamics Simulation to Ab Initio
Calculation, Journal of Molecular Graphics and modeling, 2012, 38, 40-49, Soheila
Javadian, Fariba Taghavi, Faramarz Yari, Seyed Majid Hashemianzadeh.

The solvation study of carbon, silicon and their combination nanotubes in water
solution. Journal of Molecular Modeling, 2012, 18, 3379-3388 H.H. Haeri, S. Ketabi,
S.M. Hashemianzadeh.

Binding of Divalent Metal lons to Calcium-Free Peroxidase: Thermodynamic and
Kinetic Studies, Chemistry & Biodiversity, 2012, 9, 1806-1822, K. Nazari, V. Kelay,
A. Mahmoudi, and S. M. Hashemianzadeh.
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Solvation free energies of glutamate and its metal complexes: A computer simulation
study. Journal of Molecular Modeling, 2011, 17(4), 889-898
S. Ketabi, H.H. Haeri, S.M. Hashemianzadeh

Temperature effects on the stochastic gating of the IP3R Calcium Release Channel: A
Numerical Simulation Study. Journal of Biological Systems, 2009, 17 (4), pp. 817-
852

H.H. Haeri, S.M. Hashemianzadeh, M. Monajjemi

DFT-Based QSAR Study of Valproic Acid and its Derivatives

QSAR Combinatorial Science, 2008, 27(4), 469 - 474

S. M. Hashemianzadeh, M.A. Safarpour, K. Gholamjani-Moghaddam, A.R.
Mehdipour

Theoretical study of the interactions between isolated DNA bases and various IA and
I1A ions by ab initio calculations.

Monatshefte fur Chemie, 2008,139, 89-100

S. M. Hashemianzadeh, S. Faraji, A.H. Amin, S. Ketabi

The theoretical investigation of one of the derivatives of 1, 2-dithienylcyclopentene as
a molecular switch

Journal of Molecular Modelling, 2008, 14(4), 315-323

M.A. Safarpour, S.M. Hashemianzadeh, A. Kasaeian

Host-guest inclusion complexes of local anesthetic drugs (procaine hydrochloride and
butacaine hydrochloride) with alpha- and beta-cyclodextrins: Semi-empirical studies.
Monatshefte fur Chemie, 2008, 139(7), 764-771

S. M. Hashemianzadeh, A.A. Rafati, Z. Bolboli Nojini,

A stochastic Simulation Study of Inositol 1, 4, 5-trisphosphate receptor (IP3R)
Calcium Release channel.

Computational Biology and Chemistry, Volume 31, Issue 2, 1 April 2007, Pages 99-
109. H.H. Haeri, S.M. Hashemianzadeh, M. Monajjemi

Theoretical study of the inclusion complexes of a and B-cyclodextrins with
decyltrimethylammonium bromide (DTAB) and tetradecyltrimethylammonium
bromide (TTAB)

Journal of Molecular Liquids, Volume 130, Issue 1-3, 1 January 2007, Pages 104-107
A.A. Rafati, Z. Bolboli Nojini, S.M. Hashemianzadeh

Simulation of DNA Bases in Water: Comparison of the Monte Carlo Algorithm
Biochemistry Moscow, 2006, Volume 71, Number 1, pp. S1-S8

M. Monajjemi, S. Ketabi, M. Hashemianzadeh, A. Amiri

A Simulation Study of Calcium Release Channel

Journal of Physical and Theoretical Chemistry, 2005, Volume 3, Number 2, Pages
141-147. H.H. Haeri, S.M. Hashemianzadeh, M. Monajjemi

Hydration energy of adenine,guanine,cytosine and thymine:Monte Carlo Simulation
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Journal of Physical and Theoretical Chemistry, 2004, Volume 1, Number 2, Pages 65-
73.S. Ketabi, S.M. Hashemianzadeh, M. Monajjemi
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Investigation of Interface between Polyethylene and Functionalized Graphene: A
computer Simulation Study, Current Applied Physics, 2015, xx, Xx , S Javan
Nikkhah, MR Moghbeli, SM Hashemianzadeh.

Effect of Surface Composition on Interfacial Adhesion between Polyethylene and
Graphene sheet (under review)
S. Javan Nikkhah, M. R. Moghbeli, S. M. Hashemianzadeh (under review)

Interfacial adhesion between functionalized polyethylene surface and graphene via
molecular dynamic simulation Journal of Molecular Modeling, 2015, 21, 1-12, S.
Javan Nikkhah, M. R. Moghbeli, S. M. Hashemianzadeh

Mixed Micellization of Gemini and Conventional Surfactant in Aqueous Solution, a
Lattice Monte Carlo Simulation, Journal of Molecular Graphics and Modeling, 2014,
53, 221-227, Hussein Gharibi, Zahra Khodadadi, S. Morteza Mousavi-Khoshdel, S.
Majid Hashemianzadeh, Soheila Javadian.

Monte Carlo Simulation of Binary Surfactant/Contaminant/Water Systems .Journal of
Molecular Graphics and Modeling, 2012, 36, 20-29 , H. Gharibi, Z. Khodadadi, S.M.
Mousavi-Khoshdel, S.M. Hashemianzadeh.

The Role of Interaction Energies in Behavior of Mixed Surfactant Systems: A Lattice
Monte Carlo Simulation.

Langmuir, 2010, 26 (17), pp. 13786-13796

N. Poorgholami-Bejarpasi, S.M. Hashemianzadeh, S.M. Mousavi-Khoshdel, B.
Sohrabi

Investigation of the Mixing Behavior of Surfactants by the Lattice Monte Carlo
Simulation.

Journal of Molecular Modeling, 2010, 16 (9), pp. 1499-1508

N. Poorgholami-Bejarpasi, S.M. Hashemianzadeh, S.M. Mousavi-Khoshdel

Lattice Monte Carlo simulation of dilute ionic surfactants

Journal of Molecular Liquids, 2008, 138(1-3), 147-154
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