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1. Interaction Energy Calculations and Energy Frameworks 
The intermolecular interaction energies are calculated using CE–B3LYP/6–31G(d,p) energy model available in CrystalExplorer 17.5 [1], where a cluster of molecules is generated by applying crystallographic symmetry operations with respect to a selected central molecule within the radius of 3.8 Å by default [2]. The total intermolecular energy (Etot) is the sum of electrostatic (Eele), polarization (Epol), dispersion (Edis) and exchange-repulsion (Erep) energies [3] with scale factors of 1.057, 0.740, 0.871 and 0.618, respectively [4]. 
Energy frameworks combine the calculation of intermolecular interaction energies with a graphical representation of their magnitude [3]. Energies between molecular pairs are represented as cylinders joining the centroids of pairs of molecules with the cylinder radius proportional to the relative strength of the corresponding interaction energy. The cylindrical radius is proportional to the relative strength of the corresponding energies and they were adjusted to the same scale factor of 80 with a cut-off value of 5 within 2 X 2 X 2 unit cells.
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