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Molecular docking, Hirshfeld surface, structural, spectroscopic, electronic, NLO and thermodynamic
analyses on novel hybrid compounds containing pyrazole and coumarin cores. Journal of Molecular 3.6 68
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5-((1H-imidazol-1-yl)methyl)quinolin-8-ol as potential antiviral SARS-CoV-2 candidate: Synthesis, crystal
structure, Hirshfeld surface analysis, DFT and molecular docking studies. Journal of Molecular
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Quantum Computational Investigation of
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Vibrational analysis of 4-chloro-3-nitrobenzonitrile by quantum chemical calculations. 3.9 46
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Synthesis, sFectroscopic characterization, crystal structure, DFT, molecular docking and inAvitro
antibacterial potential of novel quinoline derivatives. Journal of Molecular Structure, 2020, 1209, 3.6 40
127940.

Experimental and computational study on molecular structure and vibrational analysis of a modified

biomolecule: 5-Bromo-2a€2-deoxyuridine. Spectrochimica Acta - Part A: Molecular and Biomolecular
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Synthesis, cgstal structure, spectroscopic characterization, Hirshfeld surface analysis, molecular

docking studies and DFT calculations, and antioxidant activity of
2-oxo-1,2-dihydroquinoline-4-carboxylate derivatives. Journal of Molecular Structure, 2019, 1188,

Synthesis, DFT Study, Molecular Docking and Druga€tikeness Analysis of the New
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and Biomolecular Spectroscopy, 2014, 127, 122-130.
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(4E)-4-((naphthalen-2-yl)methyleneamino)-1,2-dihydro-2,3-dimethyl-1-phenylpyrazol-5-one. Journal of 3.6 18
Molecular Structure, 2020, 1202, 127315.

A new series of sulfa drugs containing pyrazolyl acylthiourea moiety: Synthesis, experimental and
theoretical spectral characterization and molecular docking studies. Journal of Molecular
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FT-IR and Raman vibrational analysis, B3LYP and M06-2X simulations of
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Vibrational spectroscopic studies of 3-hydroxyphenylboronic acid: molecular structure. Indian 18 14
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molecular docking studies and antibacterial activities. Journal of Molecular Structure, 2020, 1200,
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Hartreed€“Fock, density functional theory and Mollera€“Plesset pertubasyon theory calculations. 1.5 9
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Molecular dochln% Hirshfeld surface analysis and spectroscopic investigations of
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Spectral, DFT/B3LYP and molecular docking analyses on ethyl
2-(5-methyl-1,2,4-triazolo[1,5-a] pyrimidin-7-yl) pent-4-enoate. Journal of Molecular Structure, 2020, 1206,
127680.

Structural and spectroscopic analysis of
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Monomer spectroscopic analysis and dimer interaction energies on
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Hirshfeld Surface, Molecular Docking Study, Spectroscopic Characterization and NLO Profile of 15 8
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