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Adapting a
Digital Chemistry Strategy

for Drug Discovery
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Most drug discovery programs fail to deliver compounds to the clinic due to the inability to
identify ligands with the desired properties. Schrodinger Therapeutics Group actively applies the
“Digital Chemistry” strategy for the drug discover programs to maximize our creativity and
effectiveness. The “Digital Chemistry strategy includes 1) physics-based modeling and machine
learning and 2) web-based enterprise ideation and analysis informatic platform.
The “Digital Chemistry” allows less:
* Time to insights and development candidate quality matter
* Experimental synthesis and testing of compounds with undesirable properties
* Distance between teams and expertise areas
The “Digital Chemistry” allows more:
*  Hypotheses to test

Broadly access chemical space

Successful optimization of multiple molecular parameters simultaneously
* Dynamic collaborationin the design process
* High-quality compounds with desired drug-like properties
The presentation will discuss details of Schrodinger drug discovery platform, “Digital Chemistry”,
and a couple of case studies of drug discovery programs that leverage the “Digital Chemistry”
strategy.
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