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Structural, spectral, electronic, and molecular docking investigations on
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Chinese Chemical Society, 2021, 68, 989.

5-Phenyl thiophene amino phenol derivatives: Synthesis, spectroscopic characterization,
computational study and antimicrobial activity. Journal of Molecular Structure, 2019, 1182, 36-46.

Structural, spectroscopic, radical scavenging activity, molecular docking and DFT studies of a

synthesized Schiff base compound. Journal of Molecular Structure, 2019, 1179, 205-215. 3.6 31

Spectroscopic characterization and density functional studies of new thiadiazole 1,1-dioxide
compounds. Journal of Molecular Structure, 2018, 1174, 32-42.

1,2,4-triazole derivatives with morpholine; DFT study and antileishmanial activity. Canadian Journal of
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Experimental (FT-IR, Raman and NMR) and Theoretical (B3LYP, B3PW91, M06-2X and CAM-B3LYP) Analyses
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Theoretical and antimicrobial activity study for
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1,2,4-triazole derivative with Schiff base; thiol-thione tautomerism, DFT study and antileishmanial
activity. Journal of Molecular Structure, 2017, 1150, 82-87.

Thiola€“thione tautomeric analysis, spectroscopic (FT-IR, Laser-Raman, NMR and UVa€®vis) properties and
DFT computations of 5-(3-pyridyl)-4H-1,2,4-triazole-3-thiol molecule. Spectrochlmlca Acta - Part A: 3.9 42
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Spectroscopic characterization and quantum chemical computations of the
5-(4-pyridyl)-1<i>H<[i>-1,2,4-triazole-3-thiol molecule. Spectroscopy Letters, 2016, 49, 167-179.

The new Schiff base
4-[(4-Hydroxy-3-fluoro-5-methoxy-benzylidene)amino]-1,5-dimethyl-2-phenyl-1,2-dihydro-pyrazol-3-one:

Experlmental DFT calculational studies and in vitro antlmlcroblal activity. Spectrochlmlca Acta - Part 3.9 26

Spectroscopic characterization and density functional studies of
(2)-1-[(2-methoxy-5-(trifluoromethyl) phenylamino)methylene]naphthalene-2(1H)-one. Journal of
Molecular Structure, 2015, 1097, 171-180.

Molecular structure, spectroscoElc characterization and DFT calculations of a novel
( )-1-[(2-Ethylphenylamino) methylene]naphthalene-2(1H)-one. Journal of Molecular Structure, 2015, 3.6 16
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DFT calculations, spectroscopy and antioxidant activity studies on
(E)-2-nitro-4-[ (phenylimino)methyl]phenol. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2015, 136, 534-546.

Isolation, characterization, spectroscopic properties and quantum chemical computations of an
important phytoalexin resveratrol as antioxidant component from Vitis labrusca L. and their chemical
compositions. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014, 133,
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Synthesis, crystal structures and theoretical calculations of new

1-[2-(5-chloro-2-benzoxazolinone-3-yl)acetyl]-3,5-diphenyl-4,5-dihydro-(1H)-pyrazoles. Journal of
Molecular Structure, 2013, 1039, 71-83.

Synthesis, spectroscopic characterization and computational studies of
(2)-1-((5,6,7,8-tetrahydronaphthalen-1-ylamino)methylene) naphthalen-2(1H)-one. Journal of Molecular 3.6 5
Structure, 2013, 1043, 7-14.
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Experimental and theoretical investigation of the molecular and electronic structure of
3-ethoxy-4-isopropylaminocyclobut-3-ene-1,2-dione. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 96, 35-41.

Synthesis, spectroscopic characterization, calculational studies and in vitro antitumoral activity of
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Experlmental and density functional theory studies on
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Experimental and Semi-Empirical and DFT Calculational Studies on (E)-2-[(2,4-Dichlorophenylimino) 11 14
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Experimental and theoretical studies of the molecular structure of
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