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◆Business of AI Drug Discovery is to utilize state-of-the-
art AI methods to support drug discovery research for 
pharmaceutical companies.

◆Utilizing computer technologies for all aspects of drug 
discovery research leads to substantially improve the 
efficiency and success rate.

◆Xeureka is expanding its business with MKI, which has 
been engaged in the bioinformatics business for about 
50 years.

◆Xeureka is operating the Tokyo-1 project, which aims to 
be an ”Innovation Hub" in the healthcare industry by 
providing computing resources, solutions and 
community service comprehensively.
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Utilizing AI methods to predict 
the structure of the target for 

the hit to lead and 
optimization in the drug 

discovery process.

Using virtual libraries on the order of 
billions of compounds, candidate 

compounds are narrowed down by 
analyzing the structure and drug 

likeness scorings.

The compounds are optimized 
through repeated virtual 

simulations of the movement 
and reactions in the body.
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Optimizing chemical 
compounds to improve 
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effects as a drug

Improving the efficiency and success rate through Dry technology 
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* Dry: Drug discovery using AI and other computer technologies  (Wet: Drug discovery through actual experimentation in a rese arch lab)
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