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ID 

Affinity(kcal/mol) 

GRFT CVN Cyt-CVNH BanLecH84T 

1 -7.6 -6.6 -6.4 -6.3 

2 -6.3 -4.9 -6.5 -5.6 

3 -6.4 -6.3 -6.8 -5.3 

4 -6.5 -4.9 -5.7 -5.7 

5 -6.4 -5.1 -5.8 -6.2 

6 -6.5 -5.3 -5.2 -5.7 

7 -8.6 -6.9 -8.4 -7.2 

8 -8.6 -6.9 -6.9 -6.8 

9 -7 -6.1 -7 -6.8 

10 -6.8 -5.8 -6.1 -6.2 

11 -8.2 -7 -6.6 -6.8 

12 -9 -7.5 -7.4 -7.3 

13 -8.3 -6.9 6.9 -6.4 

14 -8.8 -8 -7.7 -6.8 

15 -8.2 -6.7 -6.6 -6.9 

16 -7.6 -6.1 -6 -5.8 

17 -8.7 -7.1 -7.7 -7.3 

18 -9.2 -7.4 -7.8 -7.5 

19 -9.3 -7 -7.3 -7.2 

20 -8.2 -6.1 -6.2 -7.2 

21 -8.1 -6.2 -6.6 -6.3 

22 -7 -5.3 -5.9 -6 

23 -6.2 -4.9 -5.8 -5.2 

24 -7.7 -6.8 -7.3 -7.1 

25 -7.1 -6.1 -6.4 -5.8 

26 -5.1 -4.1 -4.9 -4.8 

27 -6.7 -5.4 -6.4 -6.2 

28 -8.4 -7.6 -8 -7 

  

Supplementary Table I Binding affinity values of glycans against lectins (GRFT, CV-N, Cyt-CVNH and 

BanLec H84T) generated using EasyDockVina (Top 5 values in each row are highlighted in grey) 

 


