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Figure S1. Optimized structures of model complexes 1-8 at the BP86-D3/def2-TZVP level of theory.
Values in parentheses depict experimental data available.3,19,21,23,24 Color code (M = orange, C = gray, N
= blue, O = red, F = green, H = white).



Figure S2. ACID plots for complexes 1a-6c.
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Figure S3. Contours of deformation densities (contour value 0.003), Δρi(r) , describing the density

inflow (blue) and outflow (red) between the interacting fragments  1c and their corresponding energy
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Table S1. Bond orders and natural atomic charges obtained by NBO for some selected systems.



Table S2. Second order stabilization energies, ∆E2(kcal.mol−1)difference of energy, εi − εj (a.u.) from

NBO analysis for some selected systems.


