
Text S1. CBAH-TAU model building

The CBAH-TAU Michaelis complex was built using the publicly available crystal structure of CBAH in complex with taurine and deoxycholate [
]. Non-protein atoms (taurine and deoxycholate) were deleted from the active site, while hydrogen atoms were added to CBAH structure using Maestro program [
]. Protonation state of titrable groups was assigned with PROPKA as implemented in VEGA [
]; taking into account that CBAH has optimal catalytic activity at pH 6. 

TAU substrate was placed into CBAH active site using Glide 5.0 [
] starting from minimum-energy conformations of TAU, placed in an arbitrary starting position within a region centred on residues Cys2, Asp21 and Asn175, using enclosing and bounding boxes of 20 Å and 10 Å on each side, respectively. Van der Waals radii of the protein atoms were not scaled, while van der Waals radii of the ligand atoms, having partial atomic charges between -0.15 and 0.15, were scaled by a factor of 0.8. Standard Precision (SP) mode was applied and docking solutions were ranked according to the Gscore value. 
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