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43 bases, acids and di-halogens. Chemical Papers, 2020, 74, 3569-3580 9 5

Efficient ab initio quantum mechanical simulations of structural stability and vibrational properties
of bulk, monolayer and (n,0) nanotubes: Yttrium sesquioxide Y203. Journal of Raman Spectroscopy,
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Graphene and graphene oxide as adsorbents for cadmium and lead heavy metals: A theoretical

41 investigation. Applied Surface Science, 2020, 507, 145038 67 22

In silico drug discovery of major metabolites from spices as SARS-CoV-2 main protease inhibitors.
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31 Homology modeling, molecular docking and molecular dynamics simulations. Computational 36 10
Biology and Chemistry, 2019, 80, 79-89

One-pot synthesis, theoretical study and antimicrobial activity of
5,5?-(1,4-phenylenebis-(methanylylidene))Bis(3-Aryl(Alkyl)-2-thioxoimidazolidin-4-one) derivatives.
Phosphorus, Sulfur and Silicon and the Related Elements, 2019, 194, 147-155
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