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Figure S1. The γ/β-turn structure of WRS in three states. Ribbon representation of the γ/β-turn 

structure of WRS free in solution (A, brightorange), bound with wPDIO (B, orange) and wPDIR (C, 

sand). Amino acids involved in structural maintaining hydrogen bonding are shown in sticks. Yellow 

dotted line represents hydrogen bonds involved in the γ/β-turn structures and red dotted line 

represents hydrogen bonds not involved. 

  



 

Figure S2. The γ/β-turn structure of DRS in three states. Ribbon representation of the γ/β-turn 

structure of DRS free in solution (A, salmon), bound with wPDIO (B, tv_red) and wPDIR (C, 

raspberry). Amino acids involved in structural maintaining hydrogen bonding are shown in sticks. 

Yellow dotted line represents hydrogen bonds involved in the γ/β-turn structures and red dotted line 

represents hydrogen bonds not involved. 

  



 

Figure S3. Conformational change of repetitive sequence in the redox cycle of wPDI. A, carton 

representation of WRS (orange, sand) bound to wPDIO (pink) and wPDIR (slate). B, carton 

representation of DRS (tv_red, raspberry) bound to wPDIO (pink) and wPDIR (slate). 

  



Figure S4. Statistics of interactions between repetitive sequences and wPDI. A, B, and C displays 

the number of hydrogen bonds, number of amino acid residues involved in the hydrophobic 

interactions, and CDOCKER energy involved between WRS and DRS interaction with wPDI at 

different redox states. 


