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Figure S1: NMR-spectra of the purified “natural” Szentiamide (400 MHz; CDCl3). 
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Figure S2: NMR-spectra of the purified “synthetic” Szentiamide (400 MHz; CDCl3).



S4 
 

Table S1: NMR data of the “natural” and “synthetic” Szentiamide 

 “natural” Szentiamide “synthetic” Szentiamide 
 1H Comment 1H Comment 

CDCl3/Indol-CH/ 
Val-NH 7.12-7.3 16 H, m 7.12-7.3 20 H, m 

Formyl 8.15 1H, s, sharp 8.14 1H, s, sharp 
     
Leu-CH alpha 4.42 1H, m 4.41 1H, m 
Leu-CH2 beta/ 
Leu-CH gamma 1.48-1.77 17H, m 1.45-1.76 12H, m 

Leu-CH3 1.01 3H, d (J=6.0 Hz) 1.02 3H, d (J=6.0 Hz) 
Leu-CH3 0.93 5H, d (J=6.0 Hz) 0.92 3H, d (J=6.0 Hz) 
Leu-NH 6.04 1H, d (J=4.5 Hz) 6.05 1H, d (J=4.5 Hz) 
     
Phe-CH alpha 4.83 1H, m 4.83 1H, m 
Phe-CH beta 3.52-3.61 1H, m (1:2) 3.54-3.59 1H, m (1:2) 
Phe-CH beta 3.43-3.51 1H, m (2:1) 3.45-3.49 1H, m (2:1) 
Phe-NH 6.17 1H, d (J=8.0 Hz) 6.16 1H, d (J=7.5 Hz) 
     
Thr-CH alpha 4.69 1H, d (J=10.0 Hz) 4.69 1H, d (J=10.0 Hz) 
Thr-CH beta 5.64 1H, q (J=6.5 Hz) 5.64 1H, q (J=6.5 Hz) 
Thr-CH3/  
Val-CH beta 1.19 4H, d (J=6.5 Hz) 1.19 4H, d (J=6.5 Hz) 

Thr-NH 7.85 1H, d (J=10.0 Hz) 7.85 1H, d (J=10.0 Hz) 
     
Trp-CH alpha 4.6-4.67 1H, m 4.61-4.67 1H, m 
Trp-CH2 beta 3.07-3.19 2H, m 3.13-3.26 3H, m 
Trp-NH 7.08 1H, d (J=8.5 Hz) 7.1 3H, m 
Indol-CH 7.59 1H, d (J=8.0 Hz) 7.59 1H, d (J=8.0 Hz) 
Indol-CH 7.5 1H, d (J=8.0 Hz) 7.49 1H, d (J=8.0 Hz) 
Indol-NH 8.8 1H, s, broad 8.8 1H, s, broad 
     
Tyr-CH alpha 4.21 1H, m 4.21 1H, m 
Tyr-CH aromat 6.82 2H, d (J=8.5 Hz) 6.81 2H, d (J=8.5 Hz) 
Tyr-CH aromat 6.67 2H, d (J=8.5 Hz) 6.67 2H, d (J=8.5 Hz) 

Tyr-CH beta 3.23 1H, dd (J=15.0 Hz;  
  J=4.0 Hz) 3.23 1H, dd (J=15.0 Hz;   

  J=4.0 Hz) 

Tyr-CH beta 3.39 1H, dd (J=9.0 Hz;  
  J=5.0 Hz) 3.39 1H, dd (J=9.0 Hz;   

  J=5.0 Hz) 
Tyr-NH 3.9 1H, d (J=8.0 Hz) 3.87 1H, d (J=8.0 Hz) 
     

Val-CH alpha 2.48 1H, dd (J=13.5 Hz;  
  J=11.5 Hz)  2.49 1H, dd (J=15.0 Hz;   

  J=11.5 Hz) 
Val-CH3 0.54 3H, d (J=7.0 Hz) 0.55 3H, d (J=7.0 Hz) 
Val-CH3 0.3 3H, d (J=7.0 Hz) 0.3 3H, d (J=6.5 Hz) 

 


