
Mohammad Izadyar

List of Publications by Year
in descending order

Source: https://exaly.com/author-pdf/4213355/publications.pdf

Version: 2024-02-01

154

papers

1,744

citations

18

h-index

430874

29

g-index

477307

162

all docs

162

docs citations

162

times ranked

1657

citing authors



Mohammad Izadyar

2

# Article IF Citations
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3 Hydrogen storage by N-ethylcarbazol as a new liquid organic hydrogen carrier: A DFT study
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Theoretical Design of Functionalized Gold Nanoparticles as Antiviral Agents against Severe Acute
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4.6 45
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6 The role of the electronic structure and solvent in the dye-sensitized solar cells based on
Zn-porphyrins: Theoretical study. Energy, 2016, 114, 559-567. 8.8 36
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catalysts. Applied Organometallic Chemistry, 2020, 34, e5747. 3.5 33

8 Dissociative hydrogen adsorption on the cubic cobalt surfaces: A DFT study. International Journal of
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A combined molecular dynamic and quantum mechanic study of the solvent and guest molecule effect
on the stability and length of heterocyclic peptide nanotubes. Physical Chemistry Chemical Physics,
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2.8 29

10 The investigation of the central metal effects on the porphyrin-based DSSCs performance; molecular
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11 DFT investigation and molecular dynamic simulation on the selective complexation of cis-cyclic
nanopeptides with alkaline earth metal ions. Sensors and Actuators B: Chemical, 2015, 221, 1120-1129. 7.8 27
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Recent theoretical progress in the organic/metal-organic sensitizers as the free dyes, dye/TiO2 and
dye/electrolyte systems; Structural modifications and solvent effects on their performance.
Renewable and Sustainable Energy Reviews, 2018, 94, 609-655.
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13 Efficient synthesis of novel spiro[indole-3,6â€²-pyrano[2,3-d][1,3]thiazolo[3,2-a]pyrimidine derivatives
through an organobase-catalyzed, three-component reaction. Tetrahedron, 2015, 71, 2458-2462. 1.9 23
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Anchoring Group and Ï€-Spacer Effects on the Dynamics and Kinetics of the Photovoltaic Processes in
the Quinoxaline-Based Organic Dye-Sensitized Solar Cells. Journal of Physical Chemistry C, 2018, 122,
23968-23977.
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15
Evaluation and understanding the performances of various derivatives of carbonyl-stabilized
phosphonium ylides in CO<sub>2</sub> transformation to cyclic carbonates. Physical Chemistry
Chemical Physics, 2020, 22, 223-237.

2.8 21

16 Recent advances in computational methods for biosensor design. Biotechnology and Bioengineering,
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17
A Computational Exploration of H<sub>2</sub>S and CO<sub>2</sub> Capture by Ionic Liquids Based
on Î±-Amino Acid Anion and <i>N</i><sub>7</sub>,<i>N</i><sub>9</sub>-Dimethyladeninium Cation.
Journal of Physical Chemistry A, 2017, 121, 4352-4362.
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18 Theoretical design and experimental study on the gold nanoparticles based colorimetric aptasensors
for detection of neomycin B. Sensors and Actuators B: Chemical, 2019, 300, 126947. 7.8 19
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19 Mechanistic double ASF product distribution study of Fischerâ€“Tropsch synthesis on precipitated iron
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Theoretical design of the cyclic lipopeptide nanotube as a molecular channel in the lipid bilayer,
molecular dynamics and quantum mechanics approach. Physical Chemistry Chemical Physics, 2015, 17,
25536-25549.
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21 Solvent and spin state effects on molecular structure, IR spectra, binding energies and quantum
chemical reactivity indices of deferiproneâ€“ferric complex: DFT study. Polyhedron, 2016, 117, 623-627. 2.2 17

22 Theoretical evaluation of the organocatalytic behavior of the negatively charged carbon atom in a
fused five-member ring in carbon dioxide transformation to methanol. Energy, 2017, 134, 493-503. 8.8 17

23 Theoretical evaluation of N-alkylcarbazoles potential in hydrogen release. International Journal of
Hydrogen Energy, 2017, 42, 9966-9977. 7.1 17

24 Detailed kinetics of Fischerâ€“Tropsch synthesis on a precipitated iron catalyst. Reaction Kinetics,
Mechanisms and Catalysis, 2014, 111, 29-44. 1.7 16

25 A DFT study on the complex formation between desferrithiocin and metal ions (Mg2+, Al3+, Ca2+,) Tj ET
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26 DFT study on the selective complexation of B<sub>12</sub>N<sub>12</sub> nanocage with alkali metal
ions. Phosphorus, Sulfur and Silicon and the Related Elements, 2018, 193, 178-184. 1.6 16

27 Theoretical design and experimental study of new aptamers with the improved target-affinity: New
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28 Gas-phase kinetics and mechanism of diallyl sulfide thermal decomposition. Journal of Physical
Organic Chemistry, 2003, 16, 153-157. 1.9 15
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Combination of X-ray crystallography and theoretical study to evaluate the effect of NHâ‹¯OP versus
NHâ‹¯OC hydrogen bonds on the NH stretching frequencies. Journal of Molecular Structure, 2013, 1034,
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30 Quantum Chemistry Aspects of the Solvent Effects on 3,4-Dimethyl-2,5-dihydrothiophen-1,1-dioxide
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31 The effect of glycosylation on the transferrin structure: A molecular dynamic simulation analysis.
Journal of Theoretical Biology, 2016, 404, 73-81. 1.7 15

32 Effects of synergistic and non-synergistic anions on the iron binding site from serum transferrin: A
molecular dynamic simulation analysis. Journal of Molecular Graphics and Modelling, 2017, 78, 176-186. 2.4 15

33 Modeling of the Functionalized Gold Nanoparticle Aggregation in the Presence of Dopamine: A Joint
MD/QM Study. Journal of Physical Chemistry C, 2018, 122, 26130-26141. 3.1 15

34 A DFT study on the metal ion selectivity of deferiprone complexes. Computational Biology and
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35 First-principles study of the binding affinity of monolayer BC6N nanosheet: Implications for drug
delivery. Materials Chemistry and Physics, 2022, 276, 125375. 4.0 15
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Gas phase kinetics and mechanism of 2,2-dimethyl but-3-enal and
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and Theoretical Chemistry, 2004, 672, 61-66.
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Quantum chemistry aspects of the solvent effects on the ene reaction of
1-Phenyl-1,3,4-triazolin-2,5-dione and 2-methyl-2-butene. International Journal of Quantum Chemistry,
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41 Understanding the mechanism, thermodynamic and kinetic features of the Kukhtinâ€“Ramirez reaction
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42 Highly Dispersed Palladium Nanoparticle-Loaded Magnetic Catalyst (FeS@EPâ€“AGâ€“Pd) for Suzuki
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and energy conversion. Solar Energy Materials and Solar Cells, 2018, 180, 46-58. 6.2 14

44 Molecular dynamic simulation and DFT study on the Drug-DNA interaction; Crocetin as an anti-cancer
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45 Computational modeling of the photovoltaic activities in EABX3 (EAâ€¯=â€¯ethylammonium, Bâ€¯=â€¯Pb, Sn, Ge,) Tj ET
Q

q
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46 Advances in molecular engineering of organic-inorganic/inorganic halide perovskites: Photochemical
properties behind the energy conversion ability. Solar Energy, 2019, 194, 51-60. 6.1 14

47
Structural modification as the pioneer strategy in competition of the porphyrin dye and perovskite
solar cells: From dynamics to kinetics of the photovoltaic processes. Applied Physics Letters, 2019, 115,
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48 Substituent effects on the gas phase reactivity of alkyl allyl sulfides, a theoretical study.
Computational and Theoretical Chemistry, 2006, 759, 11-15. 1.5 13

49
Diastereoselective synthesis of highly functionalized quinolizines via a pyridine-based
three-component reaction and a DFT investigation on the reaction mechanism. Tetrahedron Letters,
2014, 55, 333-337.
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50 Particle size effects in Fischer-Tropsch synthesis by Co catalyst supported on carbon nanotubes.
Chinese Journal of Catalysis, 2015, 36, 1372-1378. 14.0 13

51 Improvement in charge transfer dynamic of the porphyrin-based solar cells in water: A theoretical
study. Journal of Renewable and Sustainable Energy, 2017, 9, . 2.0 13
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DFT-D3/MD Study. Journal of Physical Chemistry A, 2017, 121, 244-255. 2.5 13

53
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
Modelling, 2017, 71, 28-39.
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54 A theoretical study on the efficiency and role of guanidines-based organic superbases on carbon
dioxide utilization in quinazoline-2,4(1H, 3H)-diones synthesis. Structural Chemistry, 2017, 28, 675-686. 2.0 13



5

Mohammad Izadyar

# Article IF Citations

55 Proton sponge as a new efficient catalyst for carbon dioxide transformation to methanol:
Theoretical approach. Fuel, 2018, 221, 491-500. 6.4 13

56
The possibility of iron chelation therapy in the presence of different HPOs; a molecular approach to
the non-covalent interactions and binding energies. Journal of Molecular Structure, 2018, 1166,
448-455.
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57 A joint QM/MD study on Î±-, Î²- and Î³-cyclodextrins in selective complexation with cathinone.
Supramolecular Chemistry, 2018, 30, 687-696. 1.2 13

58 Carbon Dioxide Absorption by the Imidazoliumâ€“Amino Acid Ionic Liquids, Kinetics, and Mechanism
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59 A combined MD/QM study on the sensing mechanism of Pb2+ by glutathione functionalized gold
nanoparticles. Journal of Molecular Liquids, 2019, 280, 120-127. 4.9 13

60 Photovoltaic properties of the flavonoidâ€•based photosensitizers: Molecularâ€•scale perspective on the
natural dye solar cells. International Journal of Quantum Chemistry, 2020, 120, e26171. 2.0 13

61 A molecular dynamic study on the ability of phosphorene for designing new sensor for SARS-CoV-2
detection. Journal of Molecular Liquids, 2022, 345, 117852. 4.9 13

62 The role of solvent and structure in the kinetics of the excitons in porphyrin-based hybrid solar cells.
Solar Energy, 2017, 146, 368-378. 6.1 12

63 Phosphorus ylides as a new class of compounds in CO2 activation: Thermodynamic and kinetic studies.
Journal of CO2 Utilization, 2017, 21, 459-466. 6.8 12
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68
The investigation of the G-quadruplex aptamer selectivity to Pb<sup>2+</sup> ion: a joint molecular
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69 A combined molecular dynamics and quantum mechanics study on the interaction of Fe3+ and human
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70
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71 N-Ethylcarbazole-doped fullerene as a potential candidate for hydrogen storage, a kinetics approach.
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A comprehensive study of the solvent effects on the cycloaddition reaction of diethyl
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International Journal of Quantum Chemistry, 2015, 115, 381-388.
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88
Molecular electrostatic potential at nuclear position as a new concept in evaluation of the
substitution effects of intramolecular B/N frustrated Lewis pairs in H 2 splitting and CO 2 reduction.
International Journal of Quantum Chemistry, 2020, 120, e26416.
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89 Molecular engineering of triphenylamineâ€•based metalâ€•free organic dyes for dyeâ€•sensitized solar cells.
International Journal of Quantum Chemistry, 2021, 121, e26620. 2.0 7
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histidine: A theoretical study. International Journal of Quantum Chemistry, 2012, 112, 2675-2680. 2.0 6
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selective detection of melamine. Journal of Molecular Liquids, 2019, 284, 454-461. 4.9 6
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flavonoid-based solar cells. Solar Energy, 2021, 228, 89-99. 6.1 6
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Molecular Liquids, 2020, 302, 112505. 4.9 6
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three-component reaction and DFT investigation of the reaction mechanism. RSC Advances, 2014, 4,
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Density functional theory study of the regioâ€• and stereoselectivity of 1,3-dipolar cycloaddition
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nanocatalyst for Heck crossâ€•coupling process in water. Applied Organometallic Chemistry, 2019, 33,
e4645.

3.5 3
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approach. Optik, 2020, 203, 163972. 2.9 3
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Substituent effects and mechanism studies in <scp>CO<sub>2</sub></scp> transformation to
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129 Quantum chemistry calculations of S, P, and O-doping effect on the photocatalytic molecular
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134 Theoretical study on ionic liquids based on DBUH + : Molecular engineering and hydrogen bond
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cyclopentadiene and methyl acrylate; a theoretical study. Progress in Reaction Kinetics and
Mechanism, 2015, 40, 303-312.

2.1 1
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