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Computational models

Computational filters 
for removing poor drug 
development candidates 
from chemical libraries

A computational system for removing poor drug development 
candidates from chemical libraries could help reduce costs 
associated with evaluating hits from high throughput screens. The 
method is designed to remove compounds that bind nonspecifically 
to proteins across many different screening assays. In a library of 
commercially available research tool molecules, the computational 
three-filter system removed 9% of compounds that could be 
unsuitable for drug development. Next steps include identifying 
and better defining the features of unsuitable drug development 
candidates and using this information to refine the filtering criteria.
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