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Figure S1. A) 3JHNHα couplings of parvulustat: 51 couplings could be determined. B) Com-

bined chemical shift deviations from random coil values (PSSI[18]): Hα, Cα, Cβ, C’, HN, N. 

C) Order parameter S2, as derived from model-free.[24, 25] 



 
 

Figure S2. NOE contact map of the two β-sheets of parvulustat; upper part: β-strands 1,2 

and 5 (including active site), lower part β-strands 3,4 and 6; yellow circles indicate the 4 

cysteines. 
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       Parvulustat expression at 24°C                 Parvulustat expression at 28°C 
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Figure S3. A) SDS-PAGE Gel of parvulustat expression at 24°C and 28°C. B) MALDI MS 

spectrum of 15N labelled parvulustat. C) MALDI MS spectrum 15N 13C labelled parvulustat. 
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Figure S4. Presentation of the individual segments of the best fit of the superimposed best fit 

of the 20 parvulustat structures; plotted are all heavy atoms. A) Individual strands of the anti-

parallel β-sheets compared to tendamistat (3-7, 10-15, 18-23, 23-28, 28-35, 39-47, 50-55, 

64-70). B) Remaining segments like turns or non-regular secondary structures (7-10, 15-18, 

35-39, 47-50, 57-64). 

 

 
 
Figure S5. Presentation of sidechain-sidechain-NOE’s of the amino acids that point their 

side chains into the interior of the protein. 
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