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      Table S1 

      The geometrical parameters (bond lengths (d) is in Å), interaction energy (ΔE, in kJ molE, in kJ mol-1), selected topological 
parameters of complexes (in a.u.), the stabilizing energies (E(2), in kcal mol-1), the charge transfers  (∆qCT in e) 
and dipole moment (μ°, in Deby) calculated in water and CCl4 solutions.

MediadC2-N3
adC2-N7

bdion–ππ
cΔE, in kJ molEρion-Nρion-NE(2)∆qCTμ°

WaterLi+1.3411.3613.240     2.860.00110.00530.82-0.02814.42

Na+1.3421.3593.204     0.480.00110.00580.42-0.00514.46

K+1.3441.3542.990     1.580.00680.02630.84-0.08910.79

Be2+1.3831.3061.375-101.300.06480.25917.63  1.487  5.38

Mg2+1.3421.3593.560      4.410.00440.00480.51-0.02430.35

Ca2+1.3411.3593.760-     0.500.00240.00460.41-0.01030.12

CCl4Li+1.3441.3593.074-   21.630.00180.0086   0.90-0.00611.57

Na+1.3441.3603.351-  24.710.00160.0082    0.48  0.00211.97

K+1.3461.3532.765-  40.300.01050.0424  1.36-0.091  8.08

Be2+1.3981.2951.281-564.070.06930.311410.67 1.818  2.44

Mg2+1.3771.3151.919-200.820.03080.1436   3.71   1.088  9.20

Ca2+1.3471.3553.603-  43.290.00310.0063   0.48   0.00525.42

          a The C-N bond length of cyclic             

        b The C-N bond length of exocyclic

        c Distance between the ion and the center of ALT ring  


