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Figure S1 Interaction density maps of HIS generated with different grid used : (a) and (c) grid 

points are distributed every 0.05 Å in each direction, (b) and (d) grid points are distributed 

every 0.025 Å in each direction. Contour interval is equal 0.025eÅ
-3

, positive values are in red and 

negative values are in blue.  
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Figure S2. 3D interaction density maps (Molekel 4.3; Portmann) for ALA obtained by 

subtracting DZPisol from DZPperturb models. Positive white and negative blue isosurfaces 

are shown, the isosurface values  are equal to: (a) 0.1 eÅ
-3

, (b) 0.05 eÅ
-3

, (c) 0.025 eÅ
-3

. 

 



Table S1. Coulombic energies of interactions [kJ/mol] of HIS and ALA dimers calculated 

from the given models. Results were arranged according to the Ecs values obtained from 

SAPT(DFT), from the lowest to the highest ones. The symmetry cards are presented below. 

 

 

 

 

Table S2. Coulombic energies of interactions [kJ/mol] of GH and HA dimers calculated from 

the given models. The symmetry cards are presented above. 

 


