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Figure S1. Modeled binding modes of deazathiamine 19 and compound 26. Modeling was 

performed using the computer program MOLOC.1 Color code: protein skeleton: C: gray; O: 

red; N: blue; S: yellow. 19, skeleton: purple; 26, skeleton: green. The color code is 

maintained for all the figures in the Supporting Information, unless otherwise stated. All 

figures of this type were generated using the software PyMOL.2 
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Figure S2. Modeled binding modes of 27 and 31. Color code: 27, skeleton: green; 31, 

skeleton purple. 

 

	
  

	
  

	
  

	
  

Figure S3. Ramachandran plot of the model-built M. tuberculosis DXS structure. Red 

designates common regions of torsion angle values, yellow is indicative of allowed, but 

not optimal, regions, whereas white corresponds to disallowed regions. 
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Figure S4. Overlapping of the crystal structure of D. radiodurans DXS (PDB: 2O1X)3 with 

the homology model for M. tuberculosis DXS that we have built. A selection of residues is 

shown, particularly in the thiazolium- and diphosphate-binding subpockets. The cofactor 

thiamine diphosphate is shown as yellow sticks. Color code: D. radiodurans DXS protein 

skeleton: C: green; M. tuberculosis DXS protein skeleton: pink. 
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NMR spectra  
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HPLC chromatograms 
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