Supporting information

An Organometallic Hybrid Antibiotic of Metronidazole with a Gold(I) N-Heterocyclic

Carbene Overcomes Metronidazole Resistance in Clostridioides difficile

Rolf Biissing ?, Arne Bublitz °, Bianka Karge ¢, Mark Bronstrup €, Till Strowig °, Ingo Ott **

a) Institute of Medicinal and Pharmaceutical Chemistry, Technische Universitdt Braunschweig,
Beethovenstr. 55, 38106 Braunschweig, Germany

b) Department of Microbial Immune Regulation, Helmholtz Centre for Infection Research GmbH,
Inhoffenstrasse 7, 38124 Braunschweig, Germany

¢) Department of Chemical Biology, Helmholtz Centre for Infection Research GmbH,
Inhoffenstrasse 7, 38124 Braunschweig, Germany

TABLE OF CONTENTS

S2: Antibacterial effects of 2b against different strains of C. difficile (Figures S1-S3)

S3: NMR spectra (Figures S4 — S13)

S1



Antibacterial effects of 2b against different strains of C. difficile
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Figure S1: Antibacterial effects of 2b in dosages from 0.2 to 100 uM against the C. difficile
strain 1296
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Figure S2: Antibacterial effects of 2b in dosages from 0.2 to 100 uM against the C. difficile
strain VP110463
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Figure S3: Antibacterial effects of 2b in dosages from 0.2 to 100 uM against the C. difficile

strain IB136 (NCTC 14385)
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NMR Spectra
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Figure S4: 'H-NMR spectrum (400.4 MHz, DMSO-dj) of 1b
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Figure S5: *C-NMR spectrum (100.7 MHz, DMSO-ds) of 1b
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Figure S6: 'TH-NMR spectrum (500.3 MHz, DMSO-ds) of 1¢
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Figure S7: >*C-NMR spectrum (125.8 MHz, DMSO-ds) of 1¢
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Figure S8: 'H-NMR spectrum (600.1 MHz, DMSO-ds) of 2a
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Figure S9: '*C-NMR spectrum (150.9 MHz, DMSO-d) of 2a
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Figure S10: 'H-NMR spectrum (500.3 MHz, DMSO-d5) of 2b
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Figure S11: *C-NMR spectrum(125.8 MHz, DMSO-ds) of 2b
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Figure S12: 'H-NMR spectrum (500.3 MHz, DMSO-dj) of 2¢
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Figure S13: >*C-NMR spectrum (125.8 MHz, DMSO-dy) of 2¢

S7



