
 

Intermolecular NOE restraints for HADDOCK docking calculations of EtMIC3 with sialyl 
carbohydrates 
 
 
 
 
   

NOE Protein atom(s)  Carbohydrate atom(s) 
1  His 86 δ2H  Sia H* 
2 Leu 24 δCH3 Sia HC4* 
3 Leu 24 δCH3 Sia HN4 
4 Leu 24 δCH3 Sia H2, H4, H5, H6, H7 or H8 
5 Leu 87 δCH3 Sia HN4 
6 Leu 87 δCH3 SIA H2, H4, H5, H6, H7 or H8 
7 Thr 88 γ2CH3  SIA H2, H4, H5, H6, H7 or H8 
8 Thr 84 γ2CH3 Sia HC4* 
9 Thr 84 γ2CH3 Sia HN4 


