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A fresh viewpoint on drug discovery, pharma, and biotech

Takeda Partners With Numerate To Use Artificial
Intelligence For Drug Discovery
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A multi-year research agreement has just been announced between Takeda Pharmaceuticals (TSE:
4502) and an Artificial Intelligence (AI)-driven computational drug design company Numerate, Inc. Under
this contract, Numerate will have to come up with new clinical candidates in the Takeda’s core therapeutic
areas: oncology, gastroenterology, and central nervous system disorders.
Numerate’s AI-based computational platform is to be used for hit exploration and expansion through lead
design and optimization. Absorption, distribution, metabolism, excretion (ADME), as well as toxicity
modelling will also be conducted to output safe and potent drug candidates for further evaluation by
Takeda in later stage trials.
This is yet another example of biopharmaceutical industry increasingly paying attention to AI-based
computational startups focused on drug discovery. While the media is trending with the promise of how AI
will help boost healthcare industry, the big players at pharma and biotech are still somewhat slow on
adapting this new approach. But with a number of high-level collaborations announced recently between
AI-startups and pharmaceutical giants, and with a general tendency of biopharma companies to
outsource their early stage research activities, it is becoming apparent that the ice is melting and soon we
will see an exponential increase of activity in this area.
Numerate, Inc. is a private AI-driven computational drug design company, founded in 2007 in San
Francisco, California. The company maintains a cloud-based infrastructure to run its AI-based platform.
Numerate utilizes a combination of technologies for identification of small molecule drug candidates,
including proprietary machine learning algorithms, statistical models, and traditional medicinal chemistry
approaches. To date, the company raised $17.42M in 4 rounds of investment from Lanza Tech Ventures,
Foundation Capital, Lilly Ventures and Atlas Ventures.
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