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1H NMR of diazaquinomycin H (1) in 1% CF3CO2D/CDCl3 

 

 

 

Zoomed 1H NMR of 1 in 1% CF3CO2D/CDCl3 
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1H NMR of 1 in 2% CF3CO2D/CDCl3 

 

 

Zoomed 1H NMR of 1 in 2% CF3CO2D/CDCl3 
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13C NMR of 1 in 2% CF3CO2D/CDCl3 

 

 

 

 

DEPTQ of 1 in 2% CF3CO2D/CDCl3 
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Zoomed DEPTQ regions of 1 in 2% CF3CO2D/CDCl3 

 

 

HMBC of 1 in 2% CF3CO2D/CDCl3 
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HSQC of 1 in 2% CF3CO2D/CDCl3 

 

 

COSY of 1 in 2% CF3CO2D/CDCl3 
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HRMS of 1 
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HPLC chromatogram of 1 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

HPLC chromatogram of DAQH (1) 
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1H NMR of diazaquinomycin J (2) in 1% CF3CO2D/CDCl3 

 

 

Zoomed 1H NMR of 2 in 1% CF3CO2D/CDCl3 
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1H NMR of 2 in 2% CF3CO2D/CDCl3 

 

 

Zoomed 1H NMR of 2 in 2% CF3CO2D/CDCl3 
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13C NMR of 2 in 2% CF3CO2D/CDCl3 

 

 

Zoomed 13C NMR regions of 2 in 2% CF3CO2D/CDCl3 
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DEPTQ of 2 in 2% CF3CO2D/CDCl3 

 

 

Zoomed DEPTQ regions of 2 in 2% CF3CO2D/CDCl3 
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HMBC of 2 in 2% CF3CO2D/CDCl3 

 

 

HSQC of 2 in 2% CF3CO2D/CDCl3 
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COSY of 2 in 2% CF3CO2D/CDCl3 

 

 

HRMS of 2 
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HPLC chromatogram of 2 
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1H NMR of isomeric mixture of 1 in 1% CF3CO2D/CDCl3 

 

 

 

DEPTQ of isomeric mixture of 1 in 2% CF3CO2D/CDCl3 
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HPLC chromatogram of isomeric mixture of 1 
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1H NMR of isomeric mixture of 2 in 1% CF3CO2D/CDCl3 

 

 

DEPTQ of isomeric mixture of 2 in 2% CF3CO2D/CDCl3 
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HPLC chromatogram of isomeric mixture of 2 
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1H NMR of 3a in DMSO-d6 

  

 

13C NMR of 3a in DMSO-d6 
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HPLC chromatogram of 3a 
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1H NMR of 3b in DMSO-d6 

 

 

13C NMR of 3b in DMSO-d6 
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Zoomed 13C NMR region of 3b in DMSO-d6 
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HPLC chromatogram of 3b 
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1H NMR of 3c in DMSO-d6 

  

 

13C NMR of 3c in DMSO-d6 
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Zoomed 13C NMR region of 3c in DMSO-d6 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



S27 
 

HPLC chromatogram of 3c 
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 1H NMR of 4a in CDCl3 

 

 

13C NMR of 4a in CDCl3 
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HPLC chromatogram of 4a 
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1H NMR of 4b in CDCl3 

 

 

13C NMR of 4b in CDCl3 
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HPLC chromatogram of 4b 
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1H NMR of 5a in CDCl3 

 

 

13C NMR of 5a in CDCl3 
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HPLC chromatogram of 5a 
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1H NMR of 5b in CDCl3 

 

 

13C NMR of 5b in CDCl3 
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HPLC chromatogram of 5b 
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1H NMR of 7a in CDCl3 

 

 

13C NMR of 7a in CDCl3 
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HPLC chromatogram of 7a 
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1H NMR of 7b in CDCl3 

 

 

13C NMR of 7b in CDCl3 
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HPLC chromatogram of 7b 
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1H NMR of 13 in 1% CF3CO2D/CDCl3 

 

 

13C NMR of 13 in 2% CF3CO2D/CDCl3 
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Zoomed 13C NMR regions of 13 in 2% CF3CO2D/CDCl3
 

 

 

HRMS of 13 
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HPLC chromatogram of 13 
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Scheme S1 Synthesis of 14 with a shorter branched side chain. 

 

1H NMR of 14 in 2% CF3CO2D/CDCl3 

 

Zoomed 1H NMR of 14 in 2% CF3CO2D/CDCl3 

 



S44 
 

13C NMR of 14 in 2% CF3CO2D/CDCl3 
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Fig. S1 a) 1H NMR spectrum of 9-methyldecanoic acid; b) 1H NMR spectrum of 9-methyldecanoic acid 

after stirring 30 min in conc. H2SO4 at room temperature; c) 13C NMR spectrum of 9-methyldecanoic acid; 

d) 13C NMR spectrum of 9-methyldecanoic acid after stirring 30 min in conc. H2SO4 at room temperature. 

All NMR spectra were taken in CDCl3. 
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Fig. S2 a) 1H NMR spectrum of 4-methylpentanoic acid; b) 1H NMR spectrum of 4-methylpentanoic acid 

after stirring 18 h in conc. H2SO4 at room temperature; c) 13C NMR spectrum of 4-methylpentanoic acid; 

d) 13C NMR spectrum of 4-methylpentanoic acid after stirring 18 h in conc. H2SO4 at room temperature. 

All NMR spectra were taken in CDCl3. 
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Fig. S3 a) Structures of diazaquinomycin H (1) and proposed isomers. b) Zoomed 1H NMR spectrum of 

isomeric mixture of 1; c) Zoomed 1H NMR spectrum of pure synthetic diazaquinomycin H (1); d) Zoomed 
13C NMR spectrum of isomeric mixture of 1; e) Zoomed 13C NMR spectrum of pure synthetic 

diazaquinomycin H (1). 
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Fig. S4 Zoomed 1H NMR of isomeric mixture of 2 in CDCl3 with varying concentrations of CF3CO2D. 

0.4% CF3CO2D in CDCl3
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