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8 Quantum chemistry calculations of S, P, and O-doping effect on the photocatalytic molecular
descriptors of g-C3N4 quantum dots. Journal of the Iranian Chemical Society, 2022, 19, 3513-3528. 2.2 3

9 Solvent effect on the efficiency of triphenylamine-based dye-sensitized solar cells, molecular
approach. Chemical Physics, 2022, 561, 111594. 1.9 2

10 Insight into incident photon to current conversion efficiency in chlorophylls. International Journal
of Quantum Chemistry, 2021, 121, e26483. 2.0 5
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dye-sensitized solar cells. Physica B: Condensed Matter, 2021, 609, 412815. 2.7 6



3

Mohammad Izadyar

# Article IF Citations

19 The effect of the central metal ion on photovoltaic properties of bacteriochlorin derivatives.
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The investigation of the G-quadruplex aptamer selectivity to Pb<sup>2+</sup> ion: a joint molecular
dynamics simulation and density functional theory study. Journal of Biomolecular Structure and
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oxide heterojunction. International Journal of Quantum Chemistry, 2020, 120, e26155. 2.0 0
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Evaluation and understanding the performances of various derivatives of carbonyl-stabilized
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27 Optoelectronic properties and energy conversion of organic dye-based solar cells: Molecular
approach. Optik, 2020, 203, 163972. 2.9 3

28
Theoretical Design of Functionalized Gold Nanoparticles as Antiviral Agents against Severe Acute
Respiratory Syndrome Coronavirus 2 (SARS-CoV-2). Journal of Physical Chemistry Letters, 2020, 11,
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30 A combined molecular dynamics and quantum mechanics study on the interaction of Fe3+ and human
serum albumin relevant to iron overload disease. Journal of Molecular Liquids, 2020, 317, 113933. 4.9 11

31 Theoretical study on the absorption of carbon dioxide by DBU-based ionic liquids. Physical Chemistry
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32
Molecular electrostatic potential at nuclear position as a new concept in evaluation of the
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computational insight. Structural Chemistry, 2020, 31, 1821-1829. 2.0 3
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catalysts. Applied Organometallic Chemistry, 2020, 34, e5747. 3.5 33
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The effects of amino acid sequence and solvent polarity on the self-assembling of cyclic peptide
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36 Computational modeling of the kinetics and mechanism of telluriumâ€•based glutathione peroxidase
mimic. International Journal of Quantum Chemistry, 2020, 120, e26201. 2.0 9
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52 MD/QM modeling of the modified gold nanoparticles and investigation of their sensing ability for
selective detection of melamine. Journal of Molecular Liquids, 2019, 284, 454-461. 4.9 6
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54 The first coordination polymers with an [O]<sub>2</sub>[N]P(S)-Hg segment: a combined
experimental, theoretical and database study. Dalton Transactions, 2019, 48, 17908-17918. 3.3 3
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different solvents. International Journal of Quantum Chemistry, 2019, 119, e25878. 2.0 7
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58 Molecular engineering of the organometallic perovskites/HTMs in the PSCs: Photovoltaic behavior
and energy conversion. Solar Energy Materials and Solar Cells, 2018, 180, 46-58. 6.2 14
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Theoretical approach. Fuel, 2018, 221, 491-500. 6.4 13

60
DFT investigation on the selective complexation of Fe 3+ and Al 3+ with hydroxypyridinones used for
treatment of the aluminium and iron overload diseases. Journal of Molecular Graphics and
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2.4 11

61 Understanding the thermodynamic and kinetic performances of the substituted phosphorus ylides as a
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The possibility of iron chelation therapy in the presence of different HPOs; a molecular approach to
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64 Molecular dynamic simulation and DFT study on the Drug-DNA interaction; Crocetin as an anti-cancer
and DNA nanostructure model. Journal of Biomolecular Structure and Dynamics, 2018, 36, 1063-1074. 3.5 14
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Glucose derivatives substitution and cyclic peptide diameter effects on the stability of the
self-assembled cyclic peptide nanotubes; a joint QM/MD study. Journal of Molecular Graphics and
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93 A theoretical study on the efficiency and role of guanidines-based organic superbases on carbon
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Theoretical Evaluation of the Efficiency of Novel Frustrated Lewis Pairs in the
<i>cis</i>-Hydrogenation Reaction of Dimethylacetylene. Progress in Reaction Kinetics and Mechanism,
2017, 42, 372-383.
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95 Computational Modeling of the Catalytic Cycle of Glutathione Peroxidase Nanomimic. Journal of
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methanol: Theoretical approach. International Journal of Hydrogen Energy, 2016, 41, 11131-11140. 7.1 14
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100 Theoretical investigation of the thermal decomposition of imidazolium ionic liquids with different
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Journal of Theoretical Biology, 2016, 404, 73-81. 1.7 15

105 A DFT study of solvent effects on the kinetics and mechanism of the [3,3] hetero-Cope rearrangement
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106 A theoretical study on the electronic structures and equilibrium constants evaluation of
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115 Quantum chemistry study on the mechanism of oxidation of cysteine to cystine using hydrogen
peroxide. Phosphorus, Sulfur and Silicon and the Related Elements, 2015, 190, 1680-1691. 1.6 6

116 DFT investigation and molecular dynamic simulation on the selective complexation of cis-cyclic
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118
A Combined Quantum Mechanics and Molecular Mechanics Study on Nitrogen Oxide
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4.9 7

120 The origin of regio- and stereoselectivity in the 1,3-dipolar cycloaddition of nitrile oxides with
C<sub>1</sub>-substituted 7-oxabenzonorbornadienes, a DFT study. RSC Advances, 2015, 5, 38489-38498. 3.6 14

121 Dissociative hydrogen adsorption on the cubic cobalt surfaces: A DFT study. International Journal of
Hydrogen Energy, 2015, 40, 7064-7071. 7.1 30
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onÂ theÂ mechanism. International Journal of Hydrogen Energy, 2015, 40, 5797-5806. 7.1 50

123 Particle size effects in Fischer-Tropsch synthesis by Co catalyst supported on carbon nanotubes.
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molecular dynamics and quantum mechanics approach. Physical Chemistry Chemical Physics, 2015, 17,
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126 Structure-Activity Relationship for Fe(III)-Salen-Like Complexes as Potent Anticancer Agents. Scientific
World Journal, The, 2014, 2014, 1-10. 2.1 4
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128 Kinetics and mechanism of diallyl sulfoxide pyrolysis; a combined theoretical and experimental study
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131 Size-controlled synthesis of SnO2 nanoparticles using reverse microemulsion method. Solid State
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evaluation of the hydrogen bonds. Journal of Molecular Liquids, 2014, 200, 439-447. 4.9 5
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Quantum chemistry aspects of the solvent effects on the ene reaction of
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135
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three-component reaction and DFT investigation of the reaction mechanism. RSC Advances, 2014, 4,
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136 Detailed kinetics of Fischerâ€“Tropsch synthesis on a precipitated iron catalyst. Reaction Kinetics,
Mechanisms and Catalysis, 2014, 111, 29-44. 1.7 16
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Combination of X-ray crystallography and theoretical study to evaluate the effect of NHâ‹¯OP versus
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