
	

	

Data	S1.	NMR	spectra,	statistics	and	chemical	shifts.	Related	to	Figure	2		
(A)	1	H	NMR	spectrum	of	FADDI-118	(D2	O,	600	MHz).	(B)	Expansions	of	1	H	NMR	spectrum	of	FADDI-118	(D2	O,	
600	MHz).	(C).	13	C	NMR	spectrum	of	FADDI-118	(D2	O,	150	MHz).	(D)	Expansions	of	13	C	NMR	spectrum	of	FADDI-
118	(D2	O,	150	MHz).	(E)	COSY	NMR	spectrum	of	FADDI-118	(D2	O).	(F)	TOCSY	NMR	spectrum	of	FADDI-118	(D2	O).	
(G)	edHSQC	NMR	spectrum	of	FADDI-118	(D2	O).	(H)	HMBC	NMR	spectrum	of	FADDI-118	(D2	O).	(I)	1H	and	13C	
Chemical	 shifts	 for	 octapeptin	 C4	 peptide	 in	 water	 at	 22°C.	 (J)	 NMR	 statistics	 for	 the	 solution	 structure	 of	
octapeptin	C4	and	FADDI-115	in	DPC	micelles.	 (K)	NMR	assignments	of	FADDI-118	TFA	salt	 in	D2O	(1H	600	MHz,	
13C	150	MHz)	derived	from	analysis	of	2D	NMR	spectra.	
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 1H and 13C Chemical shifts for octapeptin C4 peptide in water at 22°C.  

 
 

 
The nomenclature of the R-3-hydroxydecanoyl (HDec) group is shown below. Protons with the same apparent chemical shift in the 1H NMR 

spectrum are denoted by the pseudoatom    Q. 



	

	

1H and 13C Chemical shifts for FADDI-115 peptide in water at 22°C 
 

 
The nomenclature of the decanoyl (Dec) group is shown below. Protons with the same apparent chemical shift in the 1H NMR spectrum are 

denoted by the pseudoatom Q. 



	

	

 
 

3JHNHα (Hz) and 1H amide temperature coefficients (∆THN) x 103 for octapeptin C4 and FADDI-115 peptide in water at 22°C  
 

 

 



	

	

1H and 13C Chemical shifts for octapeptin C4 peptide in 120 mM DPC at 25°C  
 

 

 
The nomenclature of the R-3-hydroxydecanoyl (HDec) group is shown below. Protons with the same apparent chemical shift in the 1H NMR 

spectrum are denoted by the pseudoatom    Q. 



	

	

 1H and 13C Chemical shifts for FADDI-115 peptide in 120 mM DPC at 25°C  

 

 
The nomenclature of the decanoyl (Dec) group is shown below. Protons with the same apparent chemical shift in the 1H NMR spectrum are 

denoted by the pseudoatom Q. 



	

	

J 
 NMR statistics for the solution structure of octapeptin C4 and FADDI-115 in DPC micelles.  

 

 
a4 upper and 3 lower distance restraints were implemented to maintain an amide bond with trans geometry between Dab3 
and Leu9 during the calculation and are included in the table. 

	
	
	
	
	
	
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 



	

	

 
 

K 
NMR assignments of FADDI-118 TFA salt in D2O (1H 600 MHz, 13C 150 MHz) derived from analysis of 2D NMR   spectra.a	 

 

 
a The 1H and 13C NMR spectra were externally calibrated to NaOAc (δH 1.90 and 8.44 and δC 24.0 and 171.7; 10 mg in 
500 µL D2O) (H. E. Gottlieb, V. Kotlyar and A. Nudelman, J. Org. Chem., 1997, 62, 7512). b Numbering from the 
carbonyl group of the amino acids. c 13C NMR chemical shifts quoted to one decimal except where resonances resolved, d s 
= singlet, d = doublet, t = triplet, o = overlap. e assignment may be interchanged, ∗ = co-incident resonances. 

	


