Seven files are provided with 3D-cliff information for the selected targets used for hotspot analysis and one file containing superpositions of complex structures and 3D ligands for the corresponding targets. The content of these files is specified below: 
· 3D-cliffs:

· Files: Bace1.xlsx, CarbonicAnydraseII.xlsx, CDK2.xlsx, factorXa.xlsx, HSP90.xlsx, LA4H.xlsx and thrombin.xlsx
· 9 columns include:
· UniProtID: UniProt accession ID of the target

· Target[CHEMBLID]: the target ID in ChEMBL

· Target Name: the name of the target

· Complex1[PDBID]: the PDB identifier of the first complex structure forming a 3D-cliff

· Complex2[PDBID]: the PDB identifier of the second complex structure forming the 3D-cliff with the first complex
· Complex1_Potency: the negative logarithmic potency value of the first complex

· Complex2_Potency: the negative logarithmic potency value of the second complex

· 3DSimilarity: 3D similarity value of these two complex structures
· PotencyDifference: the difference in their potency values

· Superposition of 3D structures

· File: Superpositions.zip
· For the analysis of interaction hotspots, the 3D-cliffs are provided for the seven targets that were analyzed.
· For each target in a set (named by its UniProtID), the superposition of all available complex structures and of all 3D ligands was given in MOL2 format, i.e., XXXXX_proteins_sup.mol2 and XXXXX_ligands_sup.mol2, respectively.
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