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Figure S1. Fingerprint analysis of the interaction between 5-[(phenylsulfonyl)amino]-1,3,4-

thiadiazole-2-sulfonamide and CAII (PDB code 3DBU).
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Figure S2. Similarity analysis of the deposited ligand-CAII X-ray complexes on the basis of the Tc-

IFP score.



Figure S3. Superimposition of the 127 CAII X-ray structures.



Figure S4. Protein binding site mapped by the CAII-rIFP. (A) The 44 residues of the 127 CAII X-
ray structures whose interactions are mapped by the CAII-rIFP are showed in cyan sticks, while the

co-crystallized ligands are hidden. (B) The 127 co-crystallized ligands are also shown in green sticks.
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Table S2. Structures of the 70 ligands used as a first external test set.
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Table S3. Structures of the 15 ligands used as additional external test set.
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