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The three dimensional structures of proteins can be used to design small-
molecule drugs and vaccines using computer simulation and AI. We give 
examples of the use of high-performance computing in the early stages of 
structure-based targeted drug discovery as well as in the structure-based 
design of experimentally-validated vaccines against Streptococcus 
pyogenes and pancreatic cancer. We report also on progress in machine 
learning of T-cell receptor epitope specificity prediction.    
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