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Figure S1: As the cyclic compound 7 peak diminished, a new peak corresponding to 7a appeared. 
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Figure S2: The rate of hydrolysis of 7 depended on the concentration of CD38 present 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S3: At concentrations of CD38 used in the enzyme assay, neither cIDPR (2) or 8-NH2-N9-butyl-

cIDPR was hydrolysed. 
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Table 1  Data collection and refinement statistics (PDB Code 4TMF) 

 
 CD38-7a 

Data collection  

Wavelength (Å) 0.9785 

Space group P1 

Cell dimensions  

    a, b, c (Å) 41.69, 54.13, 63.32 

 ()  108.58, 90.98, 93.98 

Resolution (Å) 50~2.05(2.12~2.05) * 

 Rmerge 0.046(0.528)* 

Completeness (%) 97.6(97.3)* 

Redundancy 3.9(3.9)* 

I / I 24.6(2.6)* 

  

Refinement  

Resolution (Å) 50~2.05 

No. reflections 30312 

Rwork / Rfree 0.1980/0.2270 

No. atoms  

    Protein 3946 

 ligand# 66 

    Water 80 

Ramachandran plot   

Favored (%)  98 

Outliers (%) 0.21 

Clashscore 3.33 

B-factors  

    Protein 67.60 

    ligand 69.50 

    Water 52.00 

R.m.s. deviations  

    Bond lengths (Å) 0.011 

    Bond angles () 1.42 

 *Values in parentheses are for highest-resolution shell. 

#ligand: hydrolysed compound (7a). 
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HPLC traces for Compound 7 (8-NH2-N9-butyl cIDPR) 
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