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Computer Aided Drug Design of 1,2,3-Triazole Fused Bioactive Derivative Targeting
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Simulation Approach. Polycyclic Aromatic Compounds, 2023, 43, 3223-3239.

Crystal structure, quantum computational, molecular docking and in vitro anti-proliferative
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Synthesis, crystal structure elucidation, <scF>DFF< scp> analysis, druga€hikeness and

<scp>ADMET</scp> evaluation and molecular docking studies of triazole derivatives: Binary inhibition
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Optimized Structure, in Silico interaction and Molecular Docking Analysis of Two

Benzimidazole-2-Thione Derivatives. Material Science Research India, 2022, 19, 01-16. 0.7 o

Synthesis, X-ray crystal structure, DFT, Hirshfeld surfaces, energy frameworks, and molecular
docking analysis of a bicyclic ortho-aminocarbonitrile derivative. European Journal of Chemistry,
2022, 13, 135-144.

Si:nthesis of novel thiophene fused pyrazoline-thiocyanatoethanone derivative: Spectral, DFT,
pharmacological, docking and in vitro antibacterial studies. Journal of Molecular Structure, 2021, 3.6 5
1229, 129487.

Synthesis, spectral, crystal structure, druga€likeness, in silico, and in vitro biological screening of
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antimicrobial agents. Journal of Heterocyclic Chemistry, 2021, 58, 841-863.

Crystallographic Structure and in Silico Molecular Docking Analysis of

2-Cyclohexylidene-Hydrazine-Carbothiomide. Crystallography Reports, 2021, 66, 1306-1310. 0-6 0

Synthesis, structural, DFT investigations and antibacterial activity assessment of
pyrazolined€thiocyanatoethanone derivatives as thymidylate Rinase inhibitors. Journal of the Chinese
Chemical Society, 2020, 67, 1100-1112.

Synthesis, structural, spectral and antibacterial activity of 3,3a,4,5-tetrahydro-2H-benzo[g]indazole
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Synthesis, Structural Commentary, Supramolecular Architecture and Molecular Docking
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Synthesis, computational quantum chemical study, in silico ADMET and molecular docking analysis, in
vitro biological evaluation of a novel sulfur heterocyclic thiophene derivative containing
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Structural correlation and computational quantum chemical explorations of two

1,2,3-triazolyl-methoxypyridine derivatives as CYP51 antifungal inhibitors. Structural Chemistry, 2019,
30, 2225-2243.

Synthesis, crystal structure analysis, spectral investigations (NMR, FT-IR, UV), DFT calculations, ADMET
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molecular docking studies of
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Crystal Structure, Spectral, Electronic, NLO Studies, and Bioactivity of
35€2-(1-Benzyl-5-Methyl-1H-1,2,3 Triazole-4- Carbonyl) -43€2-(4-Bromophenyl)-1a€2-Methyl-2H-Spiro 1.4 4
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One&€Pot Multicomponent Grinding Protocol. ChemistrySelect, 2018, 3, 10388-10393.

A Smart and Efficient One&€Pot Green Synthesis of Novel 1, 2, 33€{riazolyl
Pyrazolined€findazolyla€Carbothioamide Hybrids under Solvent&€free Grinding Strategy at Room 1.5 2
Temperature. ChemistrySelect, 2018, 3, 10091-10095.
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2018, 3, 11552-11564.
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Water mediated one-pot synthesis and biological evaluation of 1,2,3-triazolyl-1,4-dihydropyridine 07 ;
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Synthesis, crystal structure analysis, spectral (NMR, FT-IR, FT-Raman and UVa€“Vis) investigations,
molecular docking studies, antimicrobial studies and quantum chemical calculations of a novel
4 chloro 8 methoxyqumolme -2(1H)-one: An effectlve antimicrobial agent and an inhibition of DNA
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SyntheSIS of a novel methyl(2E) 2- {[N (2 formylphenyl)(4 methylbenz-ene)
sulfonamido] methyl}-3-(2-methoxyphenyl) prop-2-enoate: Molecular structure, spectral, antimicrobial,
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Synthesis, crystal structure investigation, spectroscopic characterizations and DFT computations on
a novel 1-(2-chloro-4-phenylquinolin-3-yl)ethanone. Journal of Molecular Structure, 2016, 1122, 134-145.
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crystal: Bis (thiocyanato) cobalt(ll) di thiourea. Optik, 2016, 127, 4964-4969.

Experimental and computational approaches of a novel methyl
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SYNTHESIS, CRYSTAL STRUCTURE, DFT AND ANTIBACTERIAL ACTIVITY STUDIES OF
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Crystal structure of methyl
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(2)-3-(3,4-Dimethoxybenzylidene)-2,3-dihydro-1,5-benzothiazepin-4(5H)-one. Acta Crystallographica
Section E: Structure Reports Online, 2013, 69, 0562-0563.

(6a€2R*,74€2R*)-75€2-(1,3,-Diphenyl-1H-pyrazol-4-yl)-1,2,558€2,68€2,74€2,7a',35€24€2,45€25€2-0octahydro-1 é€2H,Zg§2§€2H-(gspiro [ace!

44 Acta Crystallographica Section E: Structure Reports Online, 2013, 69, 0493-0494.

3-(4-Methoxybenzyl)-1,5-benzothiazepin-4(5H)-one. Acta Crystallographica Section E: Structure Reports
Online, 2013, 69, 0693-0693.

(2)-3-(3,4-Dimethoxybenzyl)-1,5-benzothiazepin-4(5H)-one. Acta Crystallographica Section E: Structure

46 Reports Online, 2013, 69, 0708-0708. 0.2 0

1a€2-Methyl-45€2-(4-methylphenyl)dispiro [l-benzopyran—3(4H),3é€2—pyrrolidine—2é€2,3é€2é€2-indo|ine]-2,2é€2:§€26d£one. Acta
Crystallographica Section E: Structure Reports Online, 2012, 68, 011-011. :

Methyl (2E)-2-[(2,4-dioxo-1,3-thiazolidin-3-yl)methyl]-3-phenylprop-2-enoate. Acta Crystallographica
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