F o

: pwadids eS|
s> :;al,&l& eb Sgexa 1ol

10.

a8yl (5,98
b oo (5,98 5 Sris oSS I ass oBiils (gole £L e slpl Lo ,S 1 SLES
m.rahmati@kgut.ac.ir  : Suig xSl Gy - AVTYYOYA- 2ol yoir

1O Mwaxy
OYAANYAY Y 05 S5 ) S ol cinis oSl «pandh ook o6 S

M. Rahmati, H. Modarress, Reza Gooya, “Molecular simulation study of polyurethane
membranes”, Polymer 53 (2012) 1939-1950.

MM Mirhosseini, M Rahmati, SS Zargarian, R Khordad, “Molecular dynamics simulation of
functionalized graphene surface for high efficient loading of doxorubicin”, Journal of Molecular
Structure 1141, (2017) 441-450

P. Naeiji, F. Varaminian, M. Rahmati, "Comparison of the thermodynamic, structural and
dynamical properties of methane/water and methane/water/hydrate systems using molecular
dynamic simulations”, Journal of Natural Gas Science and Engineering 44 (2017) 122-130.

B Bayati, M Rahmati, “A Molecular Simulation of Natural Gas Dehydration by 3A Zeolite
Nanostructure”, Iranian Journal of Oil & Gas Science and Technology 6 (3) (2017) 68-78.

P. Naeiji, F. Varaminian, M. Rahmati, "Thermodynamic and structural properties of
methane/water systems at the threshold of hydrate formation predicted by molecular dynamic
simulations", Journal of Natural Gas Science and Engineering 31 (2016) 555-561.

H. Rezaei, M. Rahmati, H. Modarress, "Application of ANFIS and MLR models for prediction of
methane adsorption on X and Y faujasite zeolites: effect of cations substitution”, Neural
Computing and Applications, (2015) 1-12.

M. Rahmati, M. Haghi, H. Modarress, “Molecular dynamics study of various asphaltene models:
comparison of asphaltenes solubility in different solvents”, The Canadian Journal of Chemical
Engineering, The Canadian Journal of Chemical Engineering (2015) 1232-1240.

M. Rahmati, H. Modarress, “Selectivity of new siliceous zeolites for separation of methane and
carbon dioxide by Monte Carlo simulation”, Microporous and Mesoporous Materials 176 (2013)
168-177.

M. Rahmati, H. Modarress, “The effects of structural parameters of zeolite on the amount
adsorbed hydrogen: a molecular simulation study”, Molecular Simulation, 38 (2012) 1038-1047.
M. Rahmati, H. Modarress, “Grand canonical Monte Carlo simulation of isotherm for hydrogen
adsorption on nanoporous siliceous zeolites at room temperature”, Applied Surface Science 255
(2009) 4773-4778.


mailto:m.rahmati@kgut.ac.ir

11. M. Rahmati, H. Modarress, “Nitrogen adsorption on nanoporous zeolites studied by Grand
Canonical Monte Carlo Simulation”, Journal of Molecular Structure: THEOCHEM 901 (2009)
110-116.

12.P. Naeiji, F. Varaminian, M. Rahmati, "Molecular Dynamic Simulations of Methane/Water
Systems: Diffusion and Structure",The 9th International Chemical Engineering Congress &
Exhibition (IChEC 2015), 26-28 December, 2015, Shiraz, Iran.

13. M. M. Mirhosseini, V. Haddadi-Asl, M. Rahmati, "Modeling the Interaction of Two Anti-cancer
Drugs with Graphene Surface: Camptothecin and Mitoxantrone", Asian Nano Forum Conference
2015, Kish, Iran.

14.M. Mohammadi, M. Mehdipour, M. Rahmati, H. Modarress, "Competitive and Non-
Competitive ion exchenge processes between Pb2+, Cd2+ and Cu2+ ions and nanostructured
zeolites: a Molecular Dynamics simulation", Asian Nano Forum Conference 2015, Kish, Iran.

15. M. Rahmati, H. Modarress, "Monte Carlo simulation of adsoption and separation of binary and
ternary mixtures of gases by carbon nanotube bundles", The 16th Iranian Chemistry Congress
(2013), Yazd, Iran.

16. M. Rahmati, S. J. Hashemi, S. M. Hashemi, “Applied Wastewater Treatment Methods Using
Zeolite”, Iran International Zeolite Conference, 2008, Tehran, Iran.

17. M. Rahmati, H. Modarress, “Quantum effects on properties and applications of zeolites”, Iran
International Zeolite Conference, 2008, Tehran, Iran.

18. M. Rahmati, H. Modarress, “A computational study of nitrogen adsorption on nanoporus
materials”, International Congress on Nanoscience & Nanotechnology 2008, Tabriz, Iran.

19. M. Rahmati, O. Bolouri, “Selectivity in separation of hydrogen sulfide and carbon dioxide from
natural gas by single wall carbon nanotube membranes”, Journal of molecular modeling, (Under
review).

20. M. Rahmati, O. Bolouri , “Adsorption capacity and selectivity behavior of zeolite structures”,
Adsorption, (Under review).

@Luo.w 6)5])5 6Lma>|5 )'| 9 sl oJ.;.;QY] S 6o, Coge (gilw Al LS Lo e (e ) Dgetro AR

=) OVAY) £ o lod (il = (sole) gl diud (1938 g pole alowo o0 (5 alslsil sLas (6 alows 4 il
A

PRSI E PR POV S SRVE PR CECN 5 % T PR CES WP RV W VR VIRV C OSSO SR A
YOV-YOA OYAA LD F o)los V ol (ot — oode)dlgo

toast ol
(8 558) &loyam il Jodsuie Slols lawgs lga slasan¥T ilulax g Gix Jege (gjluanis
Oy o> jguds Sl Lo

A o (o)l (b)) g Geliie jo Joliie lael (g0 Shee ol o (J5Slge JliSle o)

Gy dae> jgudg

B9 9 (oigol Blgw

) sl
= Molecular investigation of gas separation process by polymer membrane.
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=  Molecular simulation study of CO2 capturing from Combustion gas by nanocomposite
polymer.

= Molecular viewpoint study of polymer membrane applications in separation of
mixtures.

= Molecular simulation study of asphaltene deposition.

= An investigation on the factors affecting the stability of colloidal particles by molecular
simulation methods
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Windows, Linux, Microsoft Office, Matlab, Hysys, COMSOL, HyperChem, FORTRAN, C++,
Turbo Pascal



