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Computational toxicology related research presentations
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Drug discovery and development is a time and resource—consuming activity, driven by the
challenges associated to the complexity of biomedical research and the growing competitive
pressures in pharmaceutical industry.

One of the specific areas for productivity optimization in drug R&D is the reduction of costs
associated to unexpected safety issues which still represent one third of unwanted exit
scenarios.

In this context, a lot of interest has been placed in the off-target pharmacology field
where an extensive exploration of the polypharmacology profile of a molecule can guide in the
design of safer drugs.

Following this trend, major pharmaceutical companies have tried to build a consensus and
determine the targets which should be screened to avoid unwanted and costly surprises during
the preclinical toxicology and clinical development stages. Additionally, regulatory policies
are evolving from the obligation to submit a limited number of safety endpoints to a request
for a wider collection of secondary pharmacology data.

Unfortunately, an exhaustive and comprehensive study of all the potential off-target
interactions for investigational compounds can be tremendously costly considering the
experimental screening of thousands of drug candidates

In this regard, the use of knowledge management and predictive technologies can be of great
benefit for optimizing the candidate selection process.

In this presentation we will introduce specific examples where a comprehensive use of the
in silico approach can support in the design of an adequate off—target safety assessment
strategy for novel investigational drugs



