
Supplementary methods 
 
The original version of this manuscript prior to peer review used the following scoring 
functions for geometric quality. 
 
For each residue present in both model or template and target, the backbone score was 
defined as: 
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where φ and ψ are the characteristic Ramachandran torsion angles and ω is the torsion 
across the peptide bond. 
 
The sidechain score was defined as: 
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where χi is the ith sidechain torsion from the backbone, and β is a “burial score” defined as: 
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where nclose is the number of heavy atoms from other residues within 4Å of any heavy atom 
in the given residue (based on the target structure), and nsc is the number of heavy atoms 
expected in the sidechain. Sidechains with no χ torsions in the target (i.e. glycine or alanine 
residues and truncations) did not receive a score. For any χ torsions present in the target 
but not in the model (e.g. not modeled by the depositor, or mutated in the case of a 
template structure), Δχ was given the maximum possible value of 180°. Any torsions present 
in the model but not in the target were ignored. 
 


