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a Introduction e —— Overview A

Natural Product (NP) libraries have been successfully
used as a source of bioactive molecules, offering a vast
array of chemical structures for Drug Discovery in the
past. Although nowadays its utilization has been
diminished in comparison to the prominence of
synthetic libraries, the chemical space covered by these
two types of libraries may differ.

GOAL: To compare the chemical diversity of compounds isolated from MEDINA's
NP Library, with those from different libraries representing both synthetic and
natural small molecule collections.

METHODOLOGY: Bioactivity signatures from the tool ChemicalChecker were used
to encode the physicochemical and structural properties of small molecules.
Descriptors were then plotted in two-dimensional representations (t-SNE), for a
visual comparison.
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1. Compounds have been standardized and converted to International 2. Different physicochemical and structural features of the studied compounds were
Chemical Identifier (InChl). encoded into descriptors using the Chemical Checker Signaturizer tool [3,5].
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3. The generated physicochemical and structural descriptors were
visually compared by means of t-SNE representations [3,5].
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