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Table S1: In vitro activity of amidinoquinoxaline N-oxides 1, 2 against clinical isolates of relevant 

anaerobic species (complete version) 

 

Organism (nº of 

isolates) and 

compounds 

MIC (μg/mL) 

Range MIC50 MIC90 

    

Gram negative 

bacilli 
   

    

Bacteroides 

fragilis 
   

1a (19) 0.125 - >32 0,5 1 

1b (19) 0.5 - >32 1 2 

1c (19) ≤0.06 - 0.25 ≤0.06 ≤0.06 

1d (19) 0.5 - >32 1 2 

1e (16) 0.125 – 0.5 0.25 0.5 

1f (16) ≤0.06 - 0.125 ≤0.06 ≤0.06 

1g (16) 0.125 - 1 0.25 0.5 

1h (16) 0.5 - 4 1 4 

1i (16) ≤0.06 - 0.125 ≤0.06 ≤0.06 

1j (16) ≤0.06 - 0.125 ≤0.06 0.125 

1k (16) ≤0.06 - 0.125 ≤0.06 ≤0.06 

1l (16) ≤0.06 - 0.125 ≤0.06 ≤0.06 

1m (19) 0.5 - 2 1 2 

2a (16) 0.5 - 4 2 2 

2b (16) 1-8 4 8 

2c (16) 0.125 - 2 0.5 1 

Mtz (16) 0.25 - 1 0.5 1 

    

Other 

Bacteroides spp. 

and 

Parabacteroides
a
 

   

1a (13) 0.25 - 1 0.5 1 

1b (13) 0.5 - 2 1 1 

1c (13) ≤0.06 - 0.125 ≤0.06 ≤0.06 

1d (13) 0.5 - 2 1 2 

1e (13) 0.125 - 1 0.25 0.5 

1f (13) ≤0.06 - 0.125 ≤0.06 ≤0.06 

1g (13) 0.25 - 1 0.25 0.5 

1h (13) 1 - 4 1 4 

1i (13) ≤0.06 - ≤0.06 ≤0.06 ≤0.06 

1j (13) ≤0.06 – 0.125 ≤0.06 0.125 

1k (13) ≤0.06 - ≤0.06 ≤0.06 ≤0.06 

1l (13) ≤0.06 – 0.125 ≤0.06 ≤0.06 

1m (13) 0.5 - 2 1 2 

2a (13) 1-4 2 4 
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Organism (nº of 

isolates) and 

compounds 

MIC (μg/mL) 

Range MIC50 MIC90 

2b (13) 2 - 8 4 8 

2c (13) 0.25 - 2 0.25 1 

Mtz (13) 0.25 - 1 1 1 

 

Prevotella spp. 
   

1a (21)
b
 ≤0.06 - 1 0.25 1 

1b (21)
b
 ≤0.06 - 1 0.5 1 

1c (21)
b
 ≤0.06 – 0.125 ≤0.06 0.125 

1d (21)
b
 0.125 - 2 0.5 1 

1e (14)
c
 0.125-0.5 0.25 0.5 

1f (14)
c
 ≤0.06 – 0.125 ≤0.06 0.125 

1g (14)
c
 ≤0.06 – 1 0.125 0.5 

1h (14)
c
 0.5-4 1 4 

1i (14)
c
 ≤0.06-≤0.06 ≤0.06 ≤0.06 

1j (14)
c
 ≤0.06-≤0.06 ≤0.06 ≤0.06 

1k (14)
c
 ≤0.06-≤0.06 ≤0.06 ≤0.06 

1l (14)
c
 ≤0.06-0,25 ≤0.06 ≤0.06 

1m (21)
b
 0.125-0.5 0.5 0.5 

2a (14)
c
 1-8 4 8 

2b (14)
c
 4-16 4 8 

2c (14)
c
 ≤0.06-2 0.5 1 

Mtz (21)
b
 0.25-2 0.5 1 

    

Fusobacterium 

nucleatum 
   

1a (7) 0.125-1 0.25 1 

1b (7) 0.25-1 0.25 1 

1c (7) ≤0.06 – 0.125 ≤0.06 ≤0.06 

1d (7) 0.5-2 0.5 2 

1e (7) 0.25-1 0.25 0.25 

1f (7) ≤0.06 – 0.25 0.125 0.125 

1g (7) ≤0.06 – 1 0.25 0.5 

1h (7) 0.5-4 1 4 

1i (7)  ≤0.06 – 0.125 ≤0.06 0.125 

1j (7) ≤0.06 – 0.125 ≤0.06 0.125 

1k (7) ≤0.06 -≤0,06 ≤0.06 ≤0.06 

1l (7) ≤0.06 – 0.125 ≤0.06 ≤0.06 

1m (7) 0.25-0.5 0.5 0.5 

2a (7) 2-16 4 4 

2b (7) 4-16 4 8 

2c (7) 0.25-1 0.25 1 

Mtz (7) ≤0.06 – 0.25 ≤0.06 0.25 
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Organism (nº of 

isolates) and 

compounds 

MIC (μg/mL) 

Range MIC50 MIC90 

Gram positive 

bacilli 

    

Clostridium 

difficile 
   

1a (9) 2 - 4 2 4 

1b (9) 8 - 16 8 16 

1c (9) ≤0.06 - 1 0.25 0.5 

1d (9) 0.25 - 8 4 8 

1e (14)  1 - 8 2 8 

1f (14) 0.25 - 1 0.5 0.5 

1g (14) 2 - 4 2 2 

1h (14) 8 - 32 16 16 

1i (14) 0.125 - 1 0.5 0.5 

1j (14) 0.125 - 0.25 0.25 0.25 

1k (14) ≤0.06 - ≤0.06 ≤0.06 ≤0.06 

1l (14) 0.125 - 1 0.25 0.5 

1m (9) 0.25 - 4 2 4 

2a (14) 8 - 64 16 32 

2b (14) 4 - 32 32 32 

2c (14) 0.25 - 1 0.25 0.5 

Mtz (14)  ≤0.06 - 0.5 0.25 0.25 

 

 

Clostridium 

perfringens 

   

1a (10) 4 - 32 8 16 

1b (10) 16 - 64 32 64 

1c (10) 0.25 - 2 0.5 2 

1d (10) 4 - 64 16 32 

1e (10) 1-16 4 8 

1f (10) 0.25 - 1 0.5 1 

1g (10) 2-8 4 8 

1h (10) 32 - >32 >32 >32 

1i (10) 0.5 - 1 0.5 1 

1j (10) 0.25 - 1 0.5 1 

1k (10) ≤0.06 – 0.25 ≤0.06 0.125 

1l (10) 0.25 - 1 0.5 1 

1m (10) 4 - 64 16 32 

2a (10) 16-32 32 32 

2b (10) 16 - >32 32 32 

2c (10) 0.125 - 2 0.25 1 

Mtz (10) 0.5 - 2 0.5 1 

    
a 

Includes 3 isolates of Parabacteroides distasonis and 10 corresponding to species of Bacteroides: 6 Bacteroides 

thetaiotaomicron/ovatus, 2 Bacteroides uniformis, 1 Bacteroides vulgatus and 1 Bacteroides caccae. 

b 
Includes 16 isolates of Prevotella intermedia/nigrescens, 2 of Prevotella oralis group, 2 of Prevotella buccae and 1 of Prevotella 

bivia.   
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c 
Includes 5 isolates of Prevotella intermedia/nigrescens, 1 of Prevotella corporis, 1 of Prevotella oralis group, 1 of Prevotella 

oris, 1 of Prevotella baroniae, 2 of Prevotella buccae, 2 of Prevotella bivia and 1 of Prevotella dentalis. 

MTZ = metronidazole. 
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Copies of 
1
H and 

13
C NMR spectra 

 

 

Figure S1: 
1
H NMR spectrum of compound 1j (600 MHz, CDCl3) 
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Figure S2: 
13

C NMR spectrum of compound 1j (151 MHz, CDCl3) 
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Figure S3: 
1
H NMR spectrum of compound 1k (600 MHz, CDCl3) 
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Figure S4: 
13

C NMR spectrum of compound 1k (151  MHz, CDCl3) 
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Figure S5:
1
H NMR spectrum of compound 3j (600 MHz, CDCl3) 
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Figure S6: 
13

C NMR spectrum of compound 3j (151 MHz, CDCl3) 
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Figure S7: 
1
H NMR spectrum of compound 3k (500 MHz, DMSO-d6) 
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Figure S8: 
13

C NMR spectrum of compound 3k (126 MHz, DMSO-d6) 
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Spectra of compounds 4j-l contain signals due to spontaneous rearrangement to the corresponding N-oxides 1. 

 

Figure S9: 
1
H NMR spectrum of compound 4j (600 MHz, CDCl3) 
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Figure S10: 
13

C NMR spectrum of compound 4j (151 MHz, CDCl3) 
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Figure S11: 
1
H NMR spectrum of compound 4k (600 MHz, CDCl3) 
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Figure S12: 
13

C NMR spectrum of compound 4k (151 MHz, CDCl3) 
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Figure S13: 
1
H NMR spectrum of compound 4l (600 MHz, CDCl3) 
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Figure S14: 
13

C NMR spectrum of compound 4l (151 MHz, CDCl3) 
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Copies of IR Spectra  

 

 

Figure S15: Diamond ATR-FTIR spectrum of 1j 
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Figure S16: Diamond ATR-FTIR spectrum of 1k 
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Figure S17: Overlapping Diamond ATR-FTIR spectrum of 1j and 1k 
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Copies of HRMS spectra 

 

 

Figure S18: HRMS spectrum of compound 1j 
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Figure S19: HRMS spectrum of compound 1k 
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Figure S20: HRMS spectrum of compound 3j 
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Figure S21: HRMS spectrum of compound 3k 
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Elemental analysis report of compounds 4j (sample N377), k (sample N379). 

 

 


