Figure 1 - figure supplement 6. Summary of MolProbity results.
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Summary of MolProbity results for the 3D model of full-length GIUE1_Bla. The model comprises

residues Met1 to Lys910 and was generated by RaptorX using PDB entry 3kg2 as template



(automatically selected), and further refined with ModRefiner. The tables presented indicate model
quality before and after refinement, respectively. Note the improvement of the model upon
refinement, as indicated by the clashscore, Ramachandran, and overall MolProbity values.
*Clashscore is the number of serious steric overlaps (> 0.4 A) per 1000 atoms. 100" percentile

is the best among structures of comparable resolution; 0" percentile is the worst. For
clashscore the comparative set of structures was selected in 2004, for MolProbity score in
2006.

"MolProbity score combines the clashscore, rotamer, and Ramachandran evaluations into a

single score, normalized to be on the same scale as X-ray resolution.
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Summary of MolProbity results for the 3D model of full-length GIuE7_Bbe. The model was
generated by RaptorX using PDB entries 4ud4g (chain A) and 304x:E as automatically selected
templates for residues Met1-Val948 and Asp949-Val1038, respectively (P-values: 4.69e-17 and



9.39e-02, respectively), and further refined with ModRefiner. The tables presented above indicate
model quality before and after refinement, respectively. Note the improvement of the model upon
refinement, as indicated by the clashscore, Ramachandran, and overall MolProbity values.
*Clashscore is the number of serious steric overlaps (> 0.4 A) per 1000 atoms. 100™ percentile is
the best among structures of comparable resolution; 0" percentile is the worst. For clashscore the
comparative set of structures was selected in 2004, for MolProbity score in 2006.

AMolProbity score combines the clashscore, rotamer, and Ramachandran evaluations into a single

score, normalized to be on the same scale as X-ray resolution.
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Summary of MolProbity results for the 3D model of glycine-bound ligand-binding domain of
GIluE1_Bba. The model was generated by SWISS-MODEL based on the best available template,

the atomic-resolution structure of rat GIuA2 with bound glutamate (PDB 4yu0; refined at 1.26 A
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resolution). At the light of the model quality, no further refinement was performed.

*Clashscore is the number of serious steric overlaps (> 0.4 A) per 1000 atoms.100" percentile is
the best among structures of comparable resolution; 0" percentile is the worst. For clashscore the

comparative set of structures was selected in 2004, for MolProbity score in 2006.

*MolProbity score combines the clashscore, rotamer, and Ramachandran evaluations into a single

score, normalized to be on the same scale as X-ray resolution.



