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Theoretical study of activation of O 2 at cathode and CH 3 OH at anode of &€ce CH 3 OH a€.0 2 a€-fuel cell
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Theoretical study of the catalytic effect of TM-C4H4 and TM-C5H5 (TMA=ACr, Ti, V, Sc) on the activation
of 02 at the cathode and CH3OH at the anode in 4€0eCH30H-024€3 fuel cell via DFT computational method.
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The Catalytic Effect of Organometallic Compounds on Oxygen-Hydrazine Fuel Cell: A DFT Study. 0.6 o
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Experimental evaluation of free chlorine adsorption from circulating water in cooling towers by
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The Effect of Organometallic Compounds and 4€ceOxygena€“Methanea€-Fuel Cell: A DFT Study. Russian
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A computational study on the BN-yne sheet application in the Na-ion batteries. Journal of Molecular 0.4 4
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Potential application of AIN nanostructures in sodium ion batteries: a DFT study. Molecular Physics, 17 6
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Different electronic sensitivity of BN and AIN nanoclusters to SO2 gas: DFT studies. Vacuum, 2017, 135, a5 38
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The ab initio study and NBO interpretation of solvent effects on the structural stability and the
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Ethyl benzene detection by BN nanotube: DFT studies. Journal of Saudi Chemical Society, 2017, 21,
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single-walled carbon nanotubes: A density functional study. Arabian Journal of Chemistry, 2017, 10,
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A theoretical study on monoatomic BN nanochains and nanorings. Journal of Molecular Modeling,
2016, 22, 205.
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DFT study on the sensitivity of open edge graphene toward CO2 gas. Vacuum, 2016, 131, 194-200.
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Adsorption of Formic Acid and Formate Anion on ZnO Nanocage: A DFT Study. Journal of Cluster
Science, 2015, 26, 609-621.

Functionalization of the pristine and stone-wales defected BC3 graphenes with pyrene. Journal of L8 25
Molecular Modeling, 2014, 20, 2539. )

A theoretical study on surface modification of a nanosized BC3 tube using C2H4 and its derivatives.
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Systems and Nanostructures, 2014, 56, 90-95. 27 o
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A density functional study on the acidity properties of pristine and modified SiC nano-sheets. Physica 07 36
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Density functional study on the sensing properties of nano-sized BeO tube toward H2S. Journal of the 9.9 5
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Hydrogen fluoride on the pristine, Al and Si doped BC2N nanotubes: A computational study.
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Fluorination of BC3 nanotubes: DFT studies. Journal of Molecular Modeling, 2013, 19, 3941-3946.
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Al-doped graphene-like BN nanosheet as a sensor for para-nitrophenol: DFT study. Superlattices and a1 185
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activation of oxygen at the cathode and methane at the anode in the fuel cell reaction &€ceCH44€“024€: a 2.0
DFT study. Structural Chemistry, O, , 1.




