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Figure S3. Packing view of 9



Table S1. Crystallographic data and processing parameters of 3, 4 and 9.

Compound 3 4 9

Empirical formula CaoHa8BrsCuzN4O4 | Cs1H74CU2N40Os C47Hs2C14Cu3N4O7
Formula mass 1095.53 950.22 1131.45
System Monoclinic Triclinic Monoclinic
Space group P2i/c P-1 P21/n

a(A) 15.433(3) 12.6538(12) 10.7647(5)

b (A) 14.198(3) 13.0192(12) 29.4374(14)
c(A) 20.973(4) 15.4646(15) 16.5922(8)

o (°) 90 95.347(5) 90

B (°) 100.460(7) 101.633(5) 90.673(2)

v (°) 90 103.880(4) 90

V (A%) 4519.2(16) 2395.5(4) 5275.5(4)

Z 4 2 4

0 max (°) 26.000 30.558 24.999

Data collected 82442 133738 159804

Unique refl. 8840 14144 9251
Parameters 495 573 600
Goodness-of-Fiton F2 | 1.069 1.057 1.109
R1/wR2 (all data) 0.1102 / 0.2845 0.0528 /0.1336 0.0357 /0.0923
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Figure S4. Temperature dependence of magnetic susceptibility »m (0) and magnetic moment pes (O)
of 2.




