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Biotransformation of chalcones by the endophytic fungus Aspergillus flavus isolated from
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35 complexed with diketo acid. Biophysical Journal, 2008, 94, 2443-51 29 22

A quantum mechanics/molecular mechanics study of the protein-ligand interaction of two potent
inhibitors of human O-GlcNAcase: PUGNAc and NAG-thiazoline. Journal of Physical Chemistry B,
2008, 112, 14260-6

Crystal structure and theoretical calculations of Julocrotine, a natural product with antileishmanial

33 activity. International Journal of Quantum Chemistry, 2008, 108, 513-520 219

Crystal structure and theoretical study of IR and 1H and 13C NMR spectra of cordatin, a natural )
product with antiulcerogenic activity. International Journal of Quantum Chemistry, 2008, 108, 2564-2575 2

A combined X-ray and theoretical study of flavonoid compounds with anti-inflammatory activity.

L Computational and Theoretical Chemistry, 2008, 862, 16-20 10

A quantum mechanics/molecular mechanics study of the protein-ligand interaction for inhibitors of
HIV-1 integrase. Chemistry - A European Journal, 2007, 13, 7715-24

Calculation of binding energy using BLYP/MM for the HIV-1 integrase complexed with the S-1360 L
29 and two analogues. Bioorganic and Medicinal Chemistry, 2007, 15, 3818-24 34 7

A theoretical study of phenolic compounds with antioxidant properties. European Journal of
Medicinal Chemistry, 2007, 42, 440-6

Density functional theory study of metabolic derivatives of the oxidation of paracetamol.

27 International Journal of Quantum Chemistry, 2006, 106, 2617-2623 S

Theoretical and experimental study of aparisthman: A natural product with anti-ulcer activity.
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