README 

Structure set-up notes for DIG10.2: 
· All structures have very high quality electron density on the ligand and active site residues to guide setup 
· All Histidines/Glutamine/Asparagine within active site examined for most appropriate tautomeric state 
· All waters and crystallographic additives removed 
· N-terminus and C-terminus capped  
· No broken chain
· No missing side-chain atoms 
· Net charge on protein is -4.0
· Partial charges added using MOE 2011.10 (MMFF94x)
· Hydrogens added and minimized using MOE 2011.10 (MMFF94x) 
· Any residue within the active site with alternate conformations were examined manually and the most appropriate conformation kept in the coordinate file 
· For any residue outside of the active site, conformation A was retained 

Setup notes for the ligands
[bookmark: _GoBack]The ligands are provided in a .mol2 format with 3D coordinates.  These are in a reasonable conformation and the stereochemistry is provided.  No charges are associated with the ligands and for CS331 and CS332 the hydrogen has been removed from the carboxyl group.  The participant is free to set these up in whatever fashion (conformation(s), charges, etc.) is needed for their application, but please maintain the same atom name and atom order in the submission.  

Please return the binding affinity (or relative ranking) for each ligand in a .csv file (each line should contain ligand ID, pose number, score or rank for 30 lines total) and the docked complexes for the top three poses for each small molecule-protein complex (for a total of 30 files) in a PDB format file. Remember to maintain the same residue numbers of the protein, same atom name and atom order for the small molecule inhibitors in the complex so we can do cross comparisons between participants.

