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15, 103645.

Synthesis, molecular docking, molecular dynamics and evaluation of Drug-Likeness properties of the
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Quantum Computational Investigation of
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Synthesis, antiproliferative activity, molecular docking studies of hydrazone functionalised
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Synthesis, DFT study, molecular docking and drug-likeness analysis of the heteroaryl substituted new
pregnenolone derivatives. Journal of Molecular Structure, 2022, 1260, 132818.

Pyrazolyla€Benzoxazinone Derivatives as Dual Hsp Inhibitors in Human Breast Cancer. ChemistrySelect, 15 5
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Tautomeric, spectroscopic, electronic and NLO analyses of purpald
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Synthesis, structural, molecular docking and spectroscopic studies of
(E)-N'-(4-methoxybenzylidene)-5-methyl-1H-pyrazole-3-carbohydrazide. Journal of Molecular Structure, 3.6 66
2021, 1225, 129072.

Syntheses of novel 1,<scp>5a€benzodiazepine</scp> derivatives: Crystal structures, spectroscopic
characterizations, Hirshfeld surface analyses, molecular docking studies, <scp>DFT</scp>

calculations, corrosion inhibition anticipation, and antibacterial activities. Journal of Heterocyclic
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DFT calculations. Journal of Molecular Structure, 2021, 1227, 129520.
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Synthesis, spectroscopic characterization, DFT, molecular docking and in vitro antibacterial potential
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Molecular Structure, 2020, 1202, 127315.
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Journal of Molecular Structure, 2020, 1219, 128541.

DFT, molecular docking and experimental FT-IR, laser-Raman, NMR and UV investigations on a potential
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Synthesis, Experimental and Theoretical Characterization of Novel Pyrimidined€ba€Carboxamides.
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Experimental and theoretical investigations on structural, spectroscopic, electronic and
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Molecular doching, Hirshfeld surface, structural, spectroscopic, electronic, NLO and thermodynamic
analyses on novel hybrid compounds containing pyrazole and coumarin cores. Journal of Molecular
Structure, 2018, 1171, 850-866.

Vibrational, Geometrical and HOMO/LUMO/MEP Analyses by Using DFT/B3LYP and DFT/M06-2X Methods:
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3-[(N-methylanilino)methyl]-5-(thiophen-2-yl)-1,3,4-oxadiazole-2(3H)-thione. Journal of Theoretical and
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