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Figure S1

Figure S1. 2D assembly directed by ChBs in the solid state of RUZCIY. ChBs represented as
dashed lines
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Figure S2. Combined QTAIM (bond critical points as red spheres and bond paths as yellow
lines) and NCIPlot analyses of complexes 1-16 and 23-28 at the PBE0-D3/def2-TZVP level of
theory. Only intermolecular interactions are represented.

Cartesi an Coordi nat es

1

Se 0.7222617 -0. 8955764 0. 0000000
O -0.3014888  -2.1758406 0. 0000000
C 0. 0403377 0. 2442997 1.4272748
C 0. 0403377 0. 2442997 -1.4272748
H 0.2769065  -0.2471246 2. 3696465
H 0.5120022 1. 2265329 1.3808012
H -1. 0396329 0. 3120004 1. 2988705
H -1.0396329 0.3120004  -1.2988705
H 0.5120022 1. 2265329 -1.3808012
H 0.2769065  -0.2471246  -2.3696465
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Se 0. 2807152 -1.2184856 0. 0000000
o -1.1700801 -1.9402714 0. 0000000
c 0.1263906 0.1817779 1.4821167
C 0.1263906 0.1817779 -1. 4821167
F 0.1757815  -0.4802112 2.6304326
F 1.1484792 1. 0274570 1. 4276350
F -1.0059688 0. 8503548 1.4185034
F -1. 0059688 0.8503548  -1.4185034
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Se 1.1271473  -0.8955929 0. 0000000
o} -0.2001046  -1.9075233 0. 0000000
C 0.7397810 0. 3422488 1. 4354205
H -0. 2802003 0. 7044965 1.2939413
H 1.4607926 1.1600487 1.4094115
H 0. 8243382 -0.2122054 2. 3685549
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