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Computational toxicology and related topics
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2. CHEMOTARGETS CLARITY: AN ADVANCED ANALYTICS PLATFORM FOR
PREDICTIVE PHARMACOLOGY AND SAFETY
Dr.Jordi Mestres
Chemotargets, S.L.

The recent explosion of heterogenous data for millions of small molecules in a range
of diverse areas of relevance to drug discovery offers a wealth of opportunities for
using that data to build predictive models for pharmacology, safety and therapeutics
but also poses challenges to develop advanced analytics tools that allow for visualizing
its complexity in a highly compact and interpretable manner.

In this regard, Chemotargets CLARITY is an advanced analytics platform that allows for
linking chemistry, pharmacology, and safety data. You can use it under multiple
scenarios:

- Asapure analytics platform: to interrogate and visualize all pharmacology and safety
data known on all your internal small molecules, if internal proprietary data from
projects is linked underneath, or on any other small molecule present in any database
from public sources or licensed from third-party vendors
- As a predictive analytics platform: to predict the pharmacology and safety profiles
of small molecules, drawn or uploaded as smiles or sd files. It uses 10 different
ligand-based methodologies exploiting both public and patent data. Useful to anticipate
unexpected off—target pharmacology and to perform target deconvolution of phenotypic
hits
- As a predictive analytics platform and model builder: to predict the pharmacology



and safety profiles of small molecules, using the internal ligand-based target and

safety models provided by the platform, and to have the ability to construct models

from data of your own molecules and/or third party databases. Best option to ensure

t hat all models are derived from data on small molecules that cover your internal

chemical space

During the seminar, several use cases will be presented, covering:

— Extraction and visualization of pharmacology and safety data for small molecules
available in public and patent databases

— Prediction of the pharmacological profile of an early small molecule hit from HTS

— Identification of potential safety liabilities due to the predicted off-target
pharmacology

— Prediction of metabolites and their pharmacological profiles as a source of safety
liabilities

— Exploiting the analytics tools provided to extract signals from all data generated
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