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Drug Design in the exascale supercomputers 

era – The EXSCALATE.EU Project 

The advent of exascale computing on heterogeneous supercomputers offers 
a tremendous opportunity to foster the rethinking of the current drug design 
process, aiming to co-design and develop novel and more advanced tools for 
the identification of more valuable clinical candidates. Thanks to the H2020 
European research program we present a promising new approach to the 
drug discovery process, based on the implementation of an exscale-ready 
drug discovery platform. The very first real world application is devoted to the 
identification of Zika inhibitors by using a poly-pharmacological approach. 
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