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New compounds or drugs repositioned against SARS-CoV-2 enzymes are still very scarce
and offer discrete inhibitory potentials, thus an urgent search for more potent ligands
for this target is required.

Application of an artificial intelligence (Al) platform and customized based on machine learning
INNOVATION (deep learning) to identify unique molecular structures within the biological space of active

inhibitors of SARS-CoV-2 enzymes. Such models allow reducing time and laboratory resources
to find unprecedented candidate molecules with potential activity on the biological target.
Provide new compounds with proven in vitro efficacy with a solid basis for the mechanism of

OPPORTUNITY action and a route to high potency, obtaining a set of essential chemical assets for preclinical
and clinical research, necessary to control the COVID-19 pandemic.
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