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S1.	
   Comparison	
   of	
   frequency	
   of	
   compounds	
   used	
   for	
   chelation	
   calculation	
  
(n=1135,	
   blue	
   bar)	
   and	
   compounds	
   selected	
   from	
   chelation	
   calculation	
  
(n=180,	
  red	
  bar).	
  	
  	
  



S2.	
   List of compounds used for cluster analysis and its chelation score
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S4	
   UV-­‐Vis	
  Spectra	
  of	
  compound	
  AF	
  

S5	
   UV-­‐Vis	
  Spectra	
  of	
  compound	
  AE	
  



S6	
   UV-­‐Vis	
  Spectra	
  of	
  compound	
  AA	
  

S7	
   UV-­‐Vis	
  Spectra	
  of	
  compound	
  AC	
  



S8	
   UV-­‐Vis	
  Spectra	
  of	
  compound	
  AD



S9.	
  Comparison	
  of	
  binding	
  modes	
  of	
  BPT	
  in	
  various	
  site	
  directed	
  mutagenesis	
  
structural	
  models	
  with	
  schematic	
  representation	
  of	
  protein-­‐ligand	
  interactions.	
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