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Metal chelating ability and antioxidant properties of Curcumin-metal complexes &€ A DFT approach.

Journal of Molecular Graphics and Modelling, 2018, 79, 1-14.

DFT-based investigation on adsorption of methane on pristine and defected graphene. Structural 2.0 35
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adsorption of CO2, SO2 towards energy harvesting applications. Applied Surface Science, 2019, 463,
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Structural insights into the anti-cancer activity of quercetin on G-tetrad, mixed G-tetrad, and
G-quadruplex DNA using quantum chemical and molecular dynamics simulations. Journal of 3.5 31
Biomolecular Structure and Dynamics, 2020, 38, 317-339.
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Role of 6-Mercaptopurine in the potential therapeutic targets DNA base pairs and G-quadruplex DNA:
insights from quantum chemical and molecular dynamics simulations. Journal of Biomolecular 3.5 16
Structure and Dynamics, 2018, 36, 1369-1401.

Adsorption of Mn atom on pristine and defected graphene: a density functional theory study. Journal
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Mechanism and kinetics of the atmospheric degradation of 2-formylcinnamaldehyde with
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Reduced bond length alternation and helical molecular orbitals in donor and acceptor substituted
linear carbon chains. Journal of Theoretical and Computational Chemistry, 2018, 17, 1850049.

Adsorption of volatile organic compounds on pristine and defected nanographene. Computational
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Structural exploration of viral matrix protein 40 interaction with the transition metal ions
(Ag<sup>+<[sup> and Cu<sup>2+<[sup>). Journal of Biomolecular Structure and Dynamics, 2019, 37,
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Adsorption of greenhouse gases on the surface of covalent organic framework of porphyrin 4€“ An ab

initio study. Physica E: Low-Dimensional Systems and Nanostructures, 2021, 126, 114448. 27 8

Effect of side chain edge functionalization in pristine and defected graphene-DFT study.
Computational and Theoretical Chemistry, 2018, 1135, 34-47.
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Reaction mechanism of HSH and CH<sub>3</sub>SH with
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of Quantum Chemistry, 2008, 108, 927-936.

DFT approach on stability and conductance of nine different polyyne and cumulene molecules.

Molecular Physics, 2020, 118, . L7 >
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Isomerization of C3H3NO isomers:ab initiostudy. Molecular Physics, 2006, 104, 1401-1411.
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