
Supplementary file S1 
 

The full colour-coded interaction mappings of a central reference molecule for the title 
compound.  

Full details of the various contributions to the total energy (Etot) are also given. 
 

 
 

 N Sym_op R Electron Density E_ele E_pol E_dis E_rep E_tot

 1 -x, -y, -z 15.06 B3LYP/6-31G(d,p) 9.2 -1.5 -5.7 0.5 4.0 

 1 x, y, z 12.64 B3LYP/6-31G(d,p) 18.6 -2.5 -7.0 1.6 12.7 

 1 -x, -y, -z 10.24 B3LYP/6-31G(d,p) -69.9 -28.2 -37.6 41.8 -101.8 

 1 -x, -y, -z 8.37 B3LYP/6-31G(d,p) -104.8 -37.1 -68.0 80.8 -147.5 

 1 x, y, z 9.48 B3LYP/6-31G(d,p) -41.1 -19.6 -36.5 30.7 -70.7 

 1 -x, -y, -z 10.59 B3LYP/6-31G(d,p) 74.3 -17.8 -20.7 28.9 65.3 

 1 x, y, z 10.82 B3LYP/6-31G(d,p) -39.0 -11.2 -10.7 15.7 -49.2 

 1 -x, -y, -z 12.54 B3LYP/6-31G(d,p) 2.2 -3.1 -21.5 8.9 -13.2 

 1 -x, -y, -z 7.65 B3LYP/6-31G(d,p) 15.1 -5.4 -59.2 20.5 -26.9 

 1 -x, -y, -z 7.30 B3LYP/6-31G(d,p) -157.6 -62.5 -84.8 101.7 -223.9

 


