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Table S1. Cluspro2.0 docking results for the top 10 clusters of PNPO and apoDDC (PDB 3RCH) 
complex, along with calculated HINT scores. 

Table S2. Cluspro2.0 docking results for the top 10 clusters of PNPO and apoDDC-AF (model) complex, 
along with calculated HINT scores. 

Table S3. Cluspro2.0 docking results for the top 10 clusters of PNPO and holoDDC complex (PDB 1JS3), 
along with calculated HINT scores. 

Table S4. Cluspro2.0 docking results for the top 10 clusters of PNPO and holoDDC (model) complex, 
along with calculated HINT scores. 

Table S5. Key interactions at the domain interface for the PNPO•apoDDC complex model as predicted 
by MD simulations.  

Table S6. Key interactions at the domain interface for the PNPO•holoDDC complex model as predicted 
by MD simulations.  

Table S7. In silico alanine scanning of the PNPO•apoDDC-AF complex obtained by hierarchical 
clustering of MD trajectories.  

Figure S1. SPR results for the binding of PNPO to immobilized holoDDC and holoSHMT. 
 
  



Table S1. Cluspro2.0 docking results for the top 10 clusters of PNPO and apoDDC (PDB: 3RCH) 
complex, along with calculated HINT scores. 

 
 
 

Table S2. Cluspro2.0 docking results for the top 10 clusters of PNPO and apoDDC-AF (model) 
complex, along with calculated HINT scores. 

 
 
 

Table S3. Cluspro2.0 docking results for the top 10 clusters of PNPO and holoDDC complex (PDB 
1JS3), along with calculated HINT scores. 

 
 
 
  



 

Table S4. Cluspro2.0 docking results for the top 10 clusters of PNPO and holoDDC (model) 
complex, along with calculated HINT scores. 

 
 
 

Table S5. Key interactions at the domain interface for the PNPO•apoDDC complex model as 
predicted by MD simulations.  

 
 
 
 
 
 
 
 
 
 
 



Table S6. Key interactions at the domain interface for the PNPO•holoDDC complex model as 
predicted by MD simulations.  

 
 
 
  



Table S7. In silico alanine scanning of the PNPO•apoDDC-AF complex model obtained by hierarchical 
clustering of MD trajectories. Binding energy changes (ΔΔG = ΔGwild-type–ΔGALA) for key interacting 
amino acid residues at the interface with respect to clusters as predicted by Robetta server, where 
negative ΔΔG values (kcal mol-1) indicate unfavorable replacement.  
 

 
 
  



 
Figure S1. SPR results for the binding of PNPO to immobilized holoDDC and holoSHMT. (A) SPR 

sensorgram binding of PNPO to holoDDC; (B) SPR sensorgram binding of PNPO to holoSHMT (positive 

control); and (C-D) Negative control, binding of albumin to holoDDC and holoSHMT, respectively. Flow 

rate of all analytes were maintained at 50 μL/min, and injections of 100 μM to 1.5625 μM (from top to 

bottom) were made. The contact and dissociation times used for all analytes were 60 s and 300 s, 

respectively. One 15 s pulse of 1 M NaCl was injected for surface regeneration. All analytes were injected 

in triplicate. 

 


