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	amino acid
	position
	δ (1H)
	
	Position
	δ(13C)
	

	Ile in 5
	α
	4.1
	
	α
	57.8
	

	
	β
	1.85
	
	β
	34.0
	

	
	γ1
	0.76
	
	γ1
	15.0
	

	
	γ2
	1.3
	
	γ2
	26.5
	

	
	γ2´
	1.1
	
	
	
	

	
	δ
	0.9
	
	δ
	11.0
	

	
	NH
	n.o.
	
	C=O
	n.o.
	

	
Ile in 9
	α
	4.1
	
	α
	57.5
	

	
	β
	1.85
	
	β
	33.5
	

	
	γ1
	0.74
	
	γ1
	16.0
	

	
	γ2
	1.5
	
	γ2
	24.5
	

	
	γ2´
	1.15
	
	
	
	

	
	δ
	0.85
	
	δ
	10.5
	

	
	NH
	n.o.
	
	C=O
	n.o.
	



Table S6. 1H and 13C chemical shifts of isoleucine in compound 5 with sequence cyclo-(Phe-Phe-Val-Ile) and compound 9 with sequence cyclo-(Phe-Phe-Val-Ile) present in a extracted mix of cyclic tetrapeptides. 
NMR signals corresponding to C=O and NH as well as remaining amino acid signals are not observed (n.o.) due to overlap with the main constituents. δDMSO (1H/13C) = (2.55/40.50).
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