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the Marine-Derived Alternaramide Cyclopentadepsipeptide. Journal of Chemistry, 2021, 2021, 1-11.

Computational PharmacoRinetics Report, ADMET Study and Conceptual DFT4€Based Estimation of the
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Virtual Screening for Potential Phytobioactives as Therapeutic Leads to Inhibit NQO1 for Selective
Anticancer Therapy. Molecules, 2021, 26, 6863.
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Molecules, 2020, 25, 5973.

Influence on the reactivity properties of the substitution by different halogens on the conjugated
backbone of the 1,3,5-triaryl-2-ryrazoline skeleton in relation to the increasing alkyloxy chain length: 1.8 1
a conceptual density functional theory study. Journal of Molecular Modeling, 2020, 26, 174.

Theoretical modifications of the molecular structure of Aurantinidin and Betanidin dyes to improve
their efficiency as dye-sensitized solar cells. Journal of Computational Electronics, 2020, 19, 507-515.

Analysis of the Molecular Interactions between Cytochromes P450 3A4 and 1A2 and Aflatoxins: A 95 4
Docking Study. Applied Sciences (Switzerland), 2019, 9, 2467. :

CDFT-Based Reactivity Descriptors as a Useful MEDT Chemoinformatics Tool for the Study of the
Virotoxin Family of Fungal Peptides. Molecules, 2019, 24, 2707.

Chemical-Reactivity Properties, Drug Likeness, and Bioactivity Scores of Seragamides AZ€“F Anticancer

Marine Peptides: Conceptual Density Functional Theory Viewpoint. Computation, 2019, 7, 52. 2.0 27

Calculation of the Global and Local Conceptual DFT Indices for the Prediction of the Chemical

Reactivity Properties of Papuamides A3€“F Marine Drugs. Molecules, 2019, 24, 3312.

Chemical Reactivity Theory and Empirical Bioactivity Scores as Computational Peptidology Alternative

Tools for the Study of Two Anticancer Peptides of Marine Origin. Molecules, 2019, 24, 1115. 3.8 80
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Theoretical analysis of the electronic properties in Zinc-porphyrins derivatives. Journal of Molecular
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Electron injection in anthocyanidin and betalain dyes for dye-sensitized solar cells: a DFT approach.
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A proposal based on quantum phenomena for the ORR mechanism on nitrogen-doped carbon-based
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Chemical Reactivity Properties, pKa Values, AGEs Inhibitor Abilities and Bioactivity Scores of the
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Construction of a Nanodiamond&a€“Tamoxifen Complex as a Breast Cancer Drug Delivery Vehicle.
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Theoretical calculation of the maximum absorption wavelength for Cyanidin molecules with several
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Structure-fluorescence relationship: interplay of non-covalent interactions in homologous
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Quantum chemical study of a new class of sensitisers: influence of the substitution of aromatic rings
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Comparative study of copper complexes with different anchoring groups by molecular modeling and

its application to dye-sensitized solar cells. Polyhedron, 2014, 82, 33-36. 2.2 6
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Computational nanochemistry study of the molecular structure and properties of ethambutol.
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DFT study of the interaction between the conjugated fluorescein and dabcyl system, using
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A theoretical study of the carbocation formation energy involved in the isomerization of I+-pinene.
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Computational Study of 3,4-Diphenyl-4-(4-Metoxyphenyl)-1,2,5-Thiadiazoline 1,1-Dioxide for Molecular
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