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Table S-1. Comparation of total interaction energies (in kJ mol™') for the dimeric motif in
compound 1-4, calculated by using the DFT (CE-B3LYP) method and the UNI force field.

Method CrystalExplorer (CE-B3LYP) UNI
Eclc Epol Edis Ercp Etot Etot
Comp. 1
D1 —-39.80 —8.50 —20.50 40.00 —41.50 | —38.49
D2 -37.30 830 —-6.80 3930 —27.20 | —26.06
D3 -9.00 -2.00 -2620 1490 -24.60 | —5.63
D4 -1.70 -140 -26.60 13.70 -17.60 | —21.60
D5 -9.00 -1.00 —-26.00 26.70 -16.40 | —15.10
D6 -230 -0.80 —4.40 1.80 —-5.70 | —25.32
Comp. 2
D1 -50.70 -12.10 -32.40 61.20 —53.00 | —42.77
D2 -11.60 —-1.80 —47.30 2990 -36.40 | —39.09
D3 -3.40 -2.80 —18.10 990 —15.40 | -17.31
D4 -9.00 -220 820 5.60 —14.80 | —10.19
D5 -430 -0.70 -1820 9.90 -14.70 | —15.93
D6 -1.70 -0.80 —2230 13.00 -13.80 | —19.11
Comp. 3
D1 -91.30 -23.70 —24.10 98.70 —74.00 | —53.44
D2 —-21.70 =520 —42.30 29.40 —45.40 | -36.79
D3 -990 —-470 —4190 24.70 -3530 | —38.34
D4 -9.00 —-4.00 -3250 15.80 -30.90 | —35.34
Comp. 4
D1 —-5390 -12.60 —80.80 82.80 —85.50 | —82.32
D2 -11.70 —-1.80 —53.80 31.10 —41.30 | —45.14
D3 —-6.00 -0.40 —48.40 23.00 -34.60 | —27.86
D4 —330 -290 —25.00 10.30 -20.90 | —24.93

* Corresponding author. E-mail: ivana.djordjevic@ihtm.bg.ac.rs
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Figure S-1. The UNI force field calculated potentials (in kJ mol™) and a symmetry
transformation for selected dimeric motifs in studied compounds 1-4. The ball-and-stick style
illustrates the asymmetric unit within the dimeric motif. Symmetry operations generating
relevant molecular dimeric motifs: a) Identity (Translation): x, y, z; Screw axis (2-fold):
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—X,1/2+y, —z (2-fold screw axis with direction [0, 1, 0] at 0, y, 0 with screw component [0,
1/2, 0]), Glide plane: 1/2+x, y, 1/2—z (Glide plane perpendicular to [0, 0, 1] with glide
component [1/2, 0, 0]); b) Identity (Translation): x, y, z; Glide plane: 1/2+x, 1/2—y, 1/2+z
(Glide plane perpendicular to [0, 1, 0] with glide component [1/2, 0, 1/2]); Screw axis (2-
fold): 1/2—x, 1/2+y, 1/2—z (2-fold screw axis with direction [0, 1, 0] at 1/4, y, 1/4 with screw
component [0, 1/2, 0]), ¢) Inversion centre: —x, —y, —z (Inversion at [0, 0, 0]), Identity
(Translation): X, y, z, and, d) Identity (Translation): x, y, z; Glide plane: 1/2+x, 1/2—y, 1/2+z
(Glide plane perpendicular to [0, 1, 0] with glide component [1/2, 0, 1/2]); Inversion centre:
e A/ (Inversion at [0, 0, 0]); Glide plane: 1/2+x, 1/2—y, 1/2+z (Glide plane
perpendicular to [0, 1, 0] with glide component [1/2, 0, 1/2]).

The equations for calculation of the global reactivity parameters
lonization potential (IP) = — Eromo

Electron affinity (EA) = — Erumo

Chemical Hardness (n) = 1/2 (IP — EA)

Chemical potential () =—1/2(IP + EA)

Electronegativity (y) = —u

Electrophilicity index (w) = 1i’/2n



