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Figure S2 3C-NMR spectrum in dg-DMSO of L.
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Figure S3 XPRD of Cus-complex (1): magenta-simulated; blue-obtained.

Table S1  Selected geometric parameters (A)

Cul—N1 1.977 (4) Cud—N16 1.990 (3)
Cul—N2 1.992 (3) Cud—N14 1.993 (3)
Cul—N3 1.995 (3) Cu4d—N13 1.994 (4)
Cul—N4 2.006 (3) Cud—N15 2.003 (3)
Cul—02A 2.231 (11) Cud—04B 2.246 (4)
Cul—02B 2.360 (4) Cu4—O3A 2.346 (12)
Cu2—N6 1.977 (3) Cu5—N18 1.980 (3)
Cu2—N8 1.983 (3) Cu5—N19 1.984 (4)
Cu2—N7 1.988 (3) Cu5—N20 1.991 (3)
Cu2—N5 1.999 (4) Cu5—N17 2.000 (3)
Cu2—O4A 2.258 (11) Cu5—03B 2.233 (4)
Cu2—02B 2.305 (4) Cu5—O03A 2.387 (12)
Cu3—N12 1.997 (4) Cu6—N24 2.003 (4)
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2.017 (3)

Cu3—N9 2.025 (3) Cu6—N23

2.018 (4)

Cu3—N11 2.040 (4) Cu6—N22

2.022 (4)

Cu3—03 2.165 (3) Cu6—06

2.182 (3)
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Figure S4 HR-MS of the L performed in MeOH solution.

T
2501 m'z




Acta Cryst. (2018). C74, do0i:10.1107/S2053229618013670 Supporting information, sup-4

a3 L
904 ?Step -16.4468 %
-0.4977 mg

Step -36.2019 %
-1.0955 mg

¥ Step -20.6205 %
-0.6240 mg

40 & & 100 120 140 160 180 200 220 240 260 280 300 320 340 360 390 400 420 440 460 480 500 520 540 560 560 C
Lab: Fromm STAR® SW 13.00

Step -40.2597 %
18115 mg

Step -24.0180 %
-1.1406 mg

Figure S6 TGA of the ligand performed in range of 298 to 873 K.
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Figure S9 Comparison of complex in a non-dried and dried forms. Blue — measured in glass

capillary with mother liquor, and red — dried crystals measured in range 20 = 2 to 86.9°.
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Figure S10. Kirby Bauer test of the Cu6-complex; L —ligand; and blank CuSO, against bacteria E.
coli.
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Table S2  Overview of the amount of substance used and the ZOI's for the triplicates

CuSQ04-5H:0 L Cus

Amount of substance  0.17 0.29 0.16 0.05 0.04 0.04 0.05 0.03 0.02

[mmol]

ZOl [mm] 12 13 13 1 13 1L 0.8 0.5 05
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Figure S11. The effect of 0.4% DMSO on the HelLa and L-929 cell growth; cell growth was
normalized to the 24 h Ctrl (in %); the bar chart represents the mean + SD cell growth of 3
experiments (in triplicates) after 24 h and 48 h of 0.4% DMSO incubation time, statistical significance
was determined via the multiple t-test (*p < 0.05, **p < 0.01, ***p < 0.001)
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Figure S12. Formation of intermolecular hydrogen bonds between coordinated water molecules, O1
— 06 to uncoordinated SO42.




