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Structural studies on dihydropyrimidine derivatives as Mycobacterium tuberculosis coenzyme-A
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Structurea€“activity relationship of tacrine and its analogues in relation to inhibitory activity against
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Theoretical Studies on the Glucosamine: A Systematic Review. Revista Virtual De Quimica, 2019, 11,
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Revista Processos QuAmicos, 2019, 13, 23-30. :
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Synthesis, characterization, and computational study of the supramolecular arrangement of a novel
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Contribution of Directional Dihydrogen Interactions in the Supramolecular Assembly of Single
Crystals: Quantum Chemical and Structural Investigation of
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Stereodirectional Origin of <i>anti</i>-Arrhenius Kinetics for a Tetraatomic Hydrogen Exchange
Reaction: Bornd€“Oppenheimer Molecular Dynamics for OH + HBr. Journal of Physical Chemistry A, 2016,
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Methanol Solvation Effect on the Proton Rearrangement of Curcumind€™s Enol Forms: An <i>Ab
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A Quantum Chemical and Chemometrical Study of Styrylbenzylsulfones and their Analogues with
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Stereodynamical Origin of Anti-Arrhenius Kinetics: Negative Activation Energy and Roaming for a
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Synthesis, characterization, and computational study of a new dimethoxy-chalcone. Journal of
Molecular Modeling, 2014, 20, 2526.

Effect of the Methanol Molecule on the Stabilization of
C<sub>18<[sub>H<sub>18<[sub>O<sub>4<[sub> Crystal: Combined Theoretical and Structural 2.5 5
Investigation. Journal of Physical Chemistry A, 2014, 118, 10048-10056.

Theoretical investigation on ruthenium tetraazaporphyrin as potential nitric oxide carrier in
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Conformational variability in a new terpenoid-like bischalcone: Structure and theoretical studies. 1.0 4
Journal of Structural Chemistry, 2013, 54, 1112-1121. )

Biological and structure-activity evaluation of chalcone derivatives against bacteria and fungi.

Journal of the Brazilian Chemical Society, 2013, 24, 133-144.

Structure-activity relationship study of rutaecarpine analogous active against central nervous
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X-ray diffraction and theoretical investigation of the Gedunin crystal structure. Journal of
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A quantum chemical and statistical study of flavonoid compounds (flavones) with anti-HIV activity.
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and AM1 calculations of 1 : 1 complexes of 8-hydroxiquinoline (1) and isonicotinamide (2) wit
2,4,6-trinitrophenol. Zeitschrift Fur Kristallographie - Crystalline Materials, 2003, 218, 575-580.

0.8 12

A study of neolignan compounds with biological activity against Paracoccidioides brasiliensis by
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