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figures, all maps are 2Fobs-Fcalc maps generated in Coott1, contoured at sigma levels indicated in 

the map legends.  To confirm the FAD conformation, the model included the protein without 

FAD; to confirm β-OG sites, the model included the protein and FAD but no detergent 

molecules; representative densities of the β-OG detergent molecule and the FAD at the active 

site are shown in Supplemental Fig.1. To confirm the various analogue-complexed structures, 

the model contained protein plus FAD but no analogues (PEP, 2-PGA, GAP, DHAP; 

Supplemental Fig.2a,b,c,d). To confirm the MD and HQNO sites, the model contained the 

protein, FAD, and DHAP but no MD or HQNO (Supplemental Fig.3a,b). After building in these 

substrates, simulated annealing/omit maps (omitting the binding sites) were generated to verify 

analogue bind sites.  

 

SFig. 2a,b,c: Electron Density Maps 
2Fobs-Fcalc maps contoured at 3σ for the β-OG (SFig.2a), FAD (SFig.2b), and phosphate 
(SFig.2c) densities in the native 1.75 Å electron density maps. 

 
 
SFig. 3a,b: Electron Density Maps 
2Fobs-Fcalc stereo maps showing the locations of MD and HQNO relative to DHAP and FAD; the 
maps were contoured at 2.4 and 2.1 σ for MD and HQNO, respectively.  




