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Lérca

Our Metropolis-Hastings algorithm iteratively refines the syntax tree skeleton towards the stationary
distribution which is proportional to the inverse distance to our target molecule M.

Our genetic algorithm over the joint design space combines the strategies of semantic crossover (—) and T

syntactical mutation (—) to encourage both global improvement and local exploration.

(b} Top bimders against 3P From literature, hased on cansensus docking scores (CGhahremanpour et al_, 20200
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