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Early identification of target mechanistic liabilities
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CHEMOTARGETS CLARITY®: AN INTELLIGENCE AND ANALYTICS PLATFORM
FOR PREDICTIVE PHARMACOLOGY AND SAFETY OF SMALL MOLECULE DRUGS
AND COSMETIC INGREDIENTS

Jordi Mestres, President, Chemotargets SL, jordi.mestres@chemotargets.com

There is an increasing amount of pharmacology and safety data available for small molecule drugs and
cosmetic ingredients that requires purposely designed predictive analytics platforms. This is very
important for the pharmaceutical industry but even more so for the cosmetics industry, as pressure on
reducing animal testing is rising worldwide.

We introduce here some of the new features implemented in Chemotargets CLARITY® v3.0:

e New pharmacology data: the chemical space with pharmacology data has increased from 1.3 to 2.4
million molecules in v3.0

e New Drug Explorer: it allows the user to navigate on all pharmacology and safety data, both known
and predicted, available for drugs, both in the public domain as well as in patents

e New FAERS Explorer: the FDA Adverse Event Report System (FAERS) contains currently almost
10 million post-marketing records; the user can interrogate this data and extract the most important
safety signals present in it

e MedChem Dashboard: new SAR tables allow the chemists to easily identify pharmacology trends
on substitution patterns
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APPLICATIONS OF THE INTEGRATED TRANSLATIONAL  SAFETY
INTELLIGENCE PORTAL OFF-X IN DE-RISKING DRUG R&D PROJECTS

Josep Prous Jr., Vice President, Bioinfogate, jprous@bioinfogate.com

Reducing costs associated with unexpected safety issues is one way to optimize productivity in drug
R&D. Against this background, interest in secondary pharmacology has steadily grown in recent times.

When considering opportunities for therapeutic intervention with new bioactive molecules, it is
essential to identify not only beneficial mechanisms of action but also those which could be linked to
undesired off-target activities leading to potential safety issues.

Likewise, the ability to explain rapidly why a certain adverse event was observed during a new drug’s
clinical or pre-clinical development by assigning this safety issues to specific targets is of utmost
importance.

To address these challenges, Bioinfogate has developed OFF-X (www.targetsafety.info), the
translational safety intelligence portal, that allows scientists and professionals involved in drug R&D
to be promptly informed of target modulating effects leading to preclinical toxicity or clinical adverse
events.

During the luncheon seminar, the conceptual framework applied to developing OFF-X will be
presented, alongside selected case studies from real-life pharmaceutical industry situations.




