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Figure S1: (a) Cartoon and (b) 2D representation of the interactions between the 

known endonuclease inhibitor Baloxavir acid (BXA) and the protein residues in the 

best docked pose with the endoN. In (a), the carbon, oxygen, nitrogen, fluorine and 

sulfur atoms are in dimgrey, red, blue, cyan and dark yellow, respectively. The 

protein residues involved in non-covalent interactions with BXA are shown as sticks 

colored in deepblue. The Mn2+ ions are shown as grey colored spheres. In (b), the 

protein residues involved in non-covalent interactions with BXA are shown as circles 

colored in deepblue. The protein residues involved in hydrophobic interactions with 

BXA are shown as short circle segments with spike. The Mn2+ ions are shown as 

triangles. In both (a) and (b), the hydrogen bond interactions are shown as yellow 

colored dashed lines, the halogen bond interactions are shown as purple colored 

dashed lines and the chalcogen interactions are shown as orange colored dashed 

lines. In the schematic figure (b), the protein residues involved in non-covalent 

interactions with BXA have been manually placed around the 2D chemical structure 

of BXA. 
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Figure S2: Analysis of the trajectories from the 100 ns MD simulations of the 

protein-ligand docked complex of Baloxavir acid (BXA) with the endoN. (a) RMSD of 

the Cα atoms of all protein residues and Mn2+ ions. (b) Radius of gyration (Rg) of the 

complete protein structure. (c) RMSF of the Cα atoms of all protein residues. (d) 

RMSD of the heavy atoms of the ligand BXA. 

3 
 


