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Supplemental Figure 1 Active site close-up of WzbK-30. The NMR structure of apo-WzbK-12 is 

superimposed (green) and shows the stabilization of the active site region by the phosphate ion. 

 

 
 

 



 

 

 
Supplemental Figure 2: SSM based alignment of Cps4B (color scheme as in Figure 3) with 

phosphotriesterases PHP from E. coli (PDB-id: 1BF6, blue) (Buchbinder et al., 1998)and SsoPox 

from Sulfolobus solfataricus (SsoPox, 2VC5, green) (Elias et al., 2008), showing the low structural 

similarity. 

 



 

 

Supplemental Figure 3: Metal binding site of Cps4B. The purple mesh represents an anomalous 

difference Fourier map calculated from the native P212121 apo-Cps4B dataset (Table 1) and is 

contoured at 12σ.  

 
 

 

 

 

 

 

 

 



 

 

Supplemental Figure 4 Alignment of Cps4B with similar phosphatases from polysaccharide 

biosynthesis systems. Residues that are absolutely conserved are highlighted by 

purple boxes, and catalytically important residues Arg139 and Arg206 are highlighted 

in yellow. Secondary-structure elements are indicated by arrows (strands) and 

cylinders (helices). Metal ligands are identified by purple spheres. The position of the 

flexible FG(D/E)K/R loop is indicated by a grey bar. 

 

 
 



 

 

Supplemental Figure 5 Phosphotyrosine (pink) modeled onto the PO4
2- ion (orange) which is bound 

to the active site of our WzbK30 structure (yellow). This shows that Tyr119 can potentially stabilize 

the incoming substrate by a stacking interaction. 

 

 


