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Chemical Reactivity Properties, pKa Values, AGEs Inhibitor Abilities and Bioactivity Scores of the
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CHIH-DFT determination of the molecular structure infrared spectra, UV spectra and chemical
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18 Molecular Reactivity and Absorption Properties of Melanoidin Blue-G1 through Conceptual DFT.
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19 Computational study of the chemical reactivity of the Blue-M1 intermediate melanoidin.
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20 A Molecular Electron Density Theory Study of the Chemical Reactivity of Cis- and Trans-Resveratrol.
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26 A comparison of the chemical reactivity of naringenin calculated with the M06 family of density
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27 Computational Nanochemistry Report on the Oxicamsâ€”Conceptual DFT Indices and Chemical
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29 Computational molecular characterization of the flavonoid rutin. Chemistry Central Journal, 2010, 4,
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30 Virtual Screening of Marine Natural Compounds by Means of Chemoinformatics and CDFT-Based
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39 Application of density functional theory concepts to the study of the chemical reactivity of
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40 Local and nonlocal density functional calculations of the molecular structure of isomeric
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46 Crystallographic study and molecular orbital calculations of 1,2,5-thiadiazole 1,1-dioxide derivatives. ,
1998, 11, 91-100. 23

47 Influence of the basis set and correlation method on the calculation of molecular structures:
thiadiazoles revisited. Computational and Theoretical Chemistry, 2001, 548, 153-163. 1.5 23
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Optimized structure and thermochemical properties of flavonoids determined by the
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Central Journal, 2017, 11, 8. 2.6 20
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60 Density functional theory study of indigo and its derivatives as photosensitizers for dye-sensitized
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Quantum chemical study of the effect of Ï€-bridge on the optical and electronic properties of
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Unexpected production of 2,4,6-triphenyl-1,3,5-triazine in the electroreduction of
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63 A theoretical study on the aromaticity of thiadiazoles and related compounds. Computational and
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64 Theoretical study of electronic properties of organic photovoltaic materials. Journal of
Computational Chemistry, 2009, 30, 1027-1037. 1.5 18

65 Comparison of several protocols for the computational prediction of the maximum absorption
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130 DENSITY FUNCTIONAL STUDY OF THE EFFECTS OF THE SUBSTITUENTS ON THE CHEMICAL REACTIVITY OF THE
INDIGO MOLECULE. Journal of Theoretical and Computational Chemistry, 2013, 12, 1350013. 1.8 8
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