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Fig S1. LC-MS traces from (a–f) commercial 1, or (g–l) HPLC-purified 1, as detected by total ion current 

(TIC) (a, g), or shown as an extracted ion chromatogram (EIC) with values set to report the [M+H]+ 

adducts of (b, h) 1, (c, i) 3, (d, j) 4, (e, k) 5, or (f, l) 6. 

 

 

 

Fig. S2. Theoretical MS/MS fragmentation patterns of 1, 3–6.  
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Fig. S3. EIC traces from chelators with excess Ga(III) or Zr(IV) with EIC values set to report Ga(III) (a-

d) or Zr(IV) (e-h) complexes with 1 or 8–10, with isotope patterns (upper: experiment; lower: calculated) 

from the major or asterisked peak in the inset, and the relevant species as a cartoon. 

 

 

 

Fig. S4. Sequence alignment (UniProt Blast)1 between DesD from Streptomyces griseoflavus DSM 

406982 (PDB: 7TGK_A) and Salinispora tropica CNB-440 (NCBI Reference Sequence: 

WP_012013773.1) showing the two conserved residues (S. griseoflavus DSM 40698 numbering: R303, 

D497) that interact with the substrate. 
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