
 

 

 

Supplementary Fig. 1: Top Electron density maps for the product molecule in chain C 

of data set 2 (inhibitor cocrystallisation; 2Fo-Fc in blue contoured at 1σ, negative Fo - Fc in 

red contoured at -3σ, positive Fo - Fc in green contoured at 3σ within 1.6 Å), second 

representation is rotated 90°. Bottom Chemical structure of the catalytic product 6,7-

dimethyl-8-(D-ribityl)lumazine  and the commercially available, weak binding inhibitor (Ki = 

210 µM vs S. pombe and 95 µM vs M. tuberculosis LS (Talukdar et al., 2009)) used for 

initial co-crystallisation studies. 
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