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Table S1. Comparative data between compound 1 and ZIFSEQ.

Compound 1 CCDC Ref. ZIFSEQ

Hirshfeld surface in dyorm mode
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Hirshfeld surface in shpaindex and curvedness mode highlighting the &- - -7 interactions
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Finger print plots for all the relevant interactions

Energy frameworks calculations




N|Symop R Electron Density | E_ele | E_pol | E_dis | E_rep | E_tot N | Symop R Electron Density |E_ele |B pol |E dis |E rep |E tot
1%y = 468 [HF3-21G 248| -83]-103.0] 513 819
lxyvz |13.75|HF321G 85 -09[-125| 0.0 -206 T[x+12, y+112, z+122 | 10.09 |HE/3-21G 109 42| -166] 86| 218
0| =« -v. z| 10.08 | HF/3-21G 41| 38| 483| 185] 269 T[xr 12y 102 7412 | 1423 [HEA-21G 29| 03| -16] 00] 46
o= . 21033 | HF321G 2 1ol 98l 1o 1o 15172, y+112, 74172 | 13.44|HF3-21G 37| 13| 87| 00| 49
1xr172, v 12, 2412 | 1L12|HEB-21G 14| 06 61 04] 41
1) x -y.z| 937 HF3-21G -25.8 92(-211 12.0| 416 x+1f 2. -
o FVLYHL 50 HEs 216 ss| 18| 23| 85 212
1xvz | 554 HF3-21G 135 -7.5| 954| 434 695 12
L2, yHL2, o+
0| =x, . z| 796 HF3-21G 96 33| 498 279|342 2 12 12.04 HEF/3-21G 29| 47| -155 0.0/ -200
1xv.z |1623/HF321G 38| 09[-120] o0]-154 0%y .z 16,98 HE/3-21G 32| 05| 73| 00] 38
0 = = = 13.69| HF321G 308 7ol 193] ool 554 0=y 371 HEB21G 213| -90|-1219] 350) 928
12, y 2, 2+
0| =x, -y, z| 1147 |HF321G 07| -10|-178] 57/ -113 0\1n 1215 HF3-21G 37| -04| 65| 00| 98
1= . =| 16.45|HF 321G 39| 06| 81| 00 36 0% vz 1273 | HE3-21G 59| 05| 72| 00 07

Relevant dimer energies within the crystals (kJ)

Dispersion Energy Framework




= N £

e

[ )
SR T

Selected values for dimer energies within the crystal network (kJ)




