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Computational study of some thiophene derivatives as aluminium corrosion inhibitors. Journal of
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DFT computations and molecular dynamics investigations on conformers of some pyrazinamide
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Synthesis, crystal structure, spectroscopic and hirshfeld surface analysis, NCI-RDG, DFT computations
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Inclusion complexation of chloroquine with 1+ and 12-cyclodextrin: Theoretical insights from the new
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Structural and energetic investigation on the host/guest inclusion process of benzyl isothiocyanate
into 12-cyclodextrin using dispersion-corrected DFT calculations. Carbohydrate Research, 2020, 491, 2.3 18
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Quantum chemical exploration on the inhibition performance of indole and some of its derivatives
against copper corrosion. Journal of Molecular Liquids, 2021, 340, 117136.

Inhibition of Carbon Steel Corrosion in HCl and H2SO4 Solutions by Ethyl
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A Dispersion Corrected DFT Investigation of the Inclusion Complexation of Dexamethasone with
12-Cyclodextrin and Molecular Docking Study of Its Potential Activity against COVID-19. Molecules, 2021,
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Chemical Composition and Antioxidant, Anti-Inflammatory, and Enzyme Inhibitory Activities of an
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A DFT investigation of the hosta€“guest interactions between boron-based aromatic systems and
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Experimental and theoretical study on corrosion inhibition of pyridinium salts derivatives for APl 5L

Gr.B steel in acidic media. Journal of Adhesion Science and Technology, 2022, 36, 2245-2268. 2.6 7

Structural, QSAR, machine learning and molecular docking studies of 5-thiophen-2-yl pyrazole
derivatives as potent and selective cannabinoid-1 receptor antagonists. New Journal of Chemistry,
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Corrosion Inhibition Performance of Two Ketene Dithioacetal Derivatives for Stainless Steel in
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