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The many roles of molecular complexity in drug discovery. Drug Discovery Today, 2017, 22, 120-126.
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A geometric deep learning approach to predict binding conformations of bioactive molecules. Nature

Machine Intelligence, 2021, 3, 1033-1039. 16.0 64
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Towards the identification of the binding site of benzimidazoles to 12-tubulin of Trichinella spiralis:
Insights from computational and experimental data. Journal of Molecular Graphics and Modelling, 2.4 54
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Discovery and development of DNA methyltransferase inhibitors using in silico approaches. Drug
Discovery Today, 2015, 20, 569-577.
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Design, synthesis and evaluation of semi-synthetic triazole-containing caffeic acid analogues as
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A chemical space odyssey of inhibitors of histone deacetylases and bromodomains. RSC Advances, 2016,
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Modelling ligand selectivity of serine proteases using integrative proteochemometric approaches
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Activity and property landscape modeling is at the interface of chemoinformatics and medicinal

chemistry. Future Medicinal Chemistry, 2015, 7, 1197-1211. 23 26

Rationalization of Activity Cliffs of a Sulfonamide Inhibitor of DNA Methyltransferases with
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The Interplay Between Molecular Modeling and Chemoinformatics to Characterize Proteina€"“Ligand
and Proteina€"“Protein Interactions Landscapes for Drug Discovery. Advances in Protein Chemistry and 2.3 23
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Analyzing Multitarget Activity Landscapes Using Proteina€“Ligand Interaction Fingerprints: Interaction
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Activity cliffs and activity cliff generators based on chemotype-related activity landscapes. Molecular
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Activity Landscape Plotter: A Web-Based Application for the Analysis of Structurea€“Activity
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Homology modeling, docking and molecular dynamics of the Leishmania mexicana arginase: A
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Activity landscape analysis, COMFA and CoMSIA studies of pyrazole CB1 antagonists. Medicinal
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