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Figure S1. Ramachandran Favoured (91.82%), Ramachandran Outliers (2.6%) Rotamers Outliers (4.41%). 

 

 



 

Figure S2. Non-local Atomic Interaction Energy obtained from Anolea and the protein model quality 
obtained from Qmean. 

 

 

Figure S3. A) Overall model quality and B) Local model quality obtained from  ProSA-web, an interactive 
web service for the recognition of errors in three-dimensional structures of proteins 
https://prosa.services.came.sbg.ac.at/prosa.php.  

 



 

Figure S4. Overall quality factor evaluated by ERRAT. 

 

 

Figure S5. Re-docking of A) PEP and A5P substrates and B) KDO8P product. At the bottom are the RMSD 
(in Å) and docking energies (in kcal/mol). 

 

 
Figure S6. Overlapped structures of the bisphosphate inhibitors with PEP and A5P substrates (PDB ID: 
1FWW). The carbon atoms of the substrates are colored purple. A, B and C are the superimposition with 
BPH1, BPH2 and BPH3, respectively. 
 


