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Supplementary data

Table S1. Crystallographic data of 1.

Compound 1
formula Cy4 Hi6 Cly Co Ny Os
formula weight 641.14
crystal system triclinic
space group P-1
a/A 9.6173(10)
b/A 9.7060(10)
c/A 14.232(2)
al® 106.092(10)
B/e 93.459(10)
y/° 93.474(8)
ViR 1269.9(3)
z 2
T/K 300
R.[1>20(1)] 0.1016
WR, [1>20(1)] 0.2801
R, (all data) 0.1594
WR, (all data) 0.3324
G.O.F. 1.067
CccbC 2263765




Figure S1 (a) The Co-Cl bond lengths and (b) the CI-Co-Cl angles.

Figure S2 (a) Intermolecular interactions around [CoCl,]>. Green dashed lines represent Cl---it, pink
dashed lines represent C-H---Cl, light blue dashed lines represent N-H---Cl, and yellow dashed lines
represent O-H---Cl.

Figure S3 Intermolecular interactions around a water molecule.
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Figure S4 PXRD pattern for the simulation (black) and before (red) and after (blue) removal of water
molecules.

Figure S5 A small vial (10 mL) containing approximately 20 mg of powder 1 was placed into a larger
vial (50 mL) containing 5 mL of either ammonia or amine solution.
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Figure S6 Solid-state UV—vis spectra of compounds 1 and 1_NH;.
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Figure S7 PXRD patterns for the samples before and after exposure to ammonia and amines.
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Figure S8 UV-vis spectra and their enlarged versions (on the right) of [Co(NH;)¢]3* (blue), 3DPNDI-2HCI
(green), and 1_NH;_1 day (red).



