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A comprehensive electronic-scale DFT modeling, atomic-level MC/MD simulation, and
electrochemical/surface exploration of active nature-inspired phytochemicals based on Heracleum
persicum seeds phytoextract for effective retardation of the acidic-induced corrosion of mild steel.
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101 The role of functionalized graphene oxide on the mechanical and anti-corrosion properties of
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Highly effective inhibition of mild steel corrosion in 3.5% NaCl solution by green Nettle leaves
extract and synergistic effect of eco-friendly cerium nitrate additive: Experimental, MD simulation and
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New detailed insights on the role of a novel praseodymium nanofilm on the polymer/steel interfacial
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Corrosion Science, 2018, 145, 119-134.
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110
Studying the Urtica dioica leaves extract inhibition effect on the mild steel corrosion in 1 M HCl
solution: Complementary experimental, ab initio quantum mechanics, Monte Carlo and molecular
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graphene oxide nanosheets. Applied Surface Science, 2018, 462, 963-979.
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112
Cerium oxide nanoparticles influences on the binding and corrosion protection characteristics of a
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113 Experimental investigation and molecular dynamics simulation of acid-doped polybenzimidazole as a
new membrane for air-breathing microbial fuel cells. Journal of Membrane Science, 2017, 535, 221-229. 4.1 19
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applied on the steel surface decorated with cerium oxide nanofilm: Complementary experimental,
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116
A Detailed Molecular Dynamics Simulation and Experimental Investigation on the Interfacial Bonding
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117
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121 Calorimetric analysis and molecular dynamics simulation of cure kinetics of epoxy/chitosan-modified
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Experimental and theoretical studies of the synergistic inhibition effects between the plant leaves
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