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Figure S1: Tanimoto Similarity of the prediction set compounds to the most similar crystallographic ligand of the ones identified 
in the PDB. A value of 1 indicates perfect similarity and a value of 0 perfect dissimilarity. 

 

Figure S2: Heavy-atom RMSD values grouped by ranking. The models in group 1 were the ones that were ranked at the top 
by HADDOCK and the ones in group 5 the ones ranked at the bottom. 



 

Figure S3: Binding affinity prediction classification performance. Top: JAK2-SC2. Middle: vEGFR2. Bottom: p38a. The bars 
indicate the Matthews Correlation Coefficient for every submission. The dark grey bars correspond to our submissions. 


