Table S3

	Residue #
	
	Resonance
	1H δ ppm
	13C
δ ppm

	
	Amino Acid (N->C)
	
	
	

	1
	Arginine
	CO
	
	169.8

	
	
	CαH
	3.99 (t, J = 6.5 Hz, 1 H)
	53.1

	
	
	CβH
	1.88-1.77 (m, 2 H)
	28.7

	
	
	CγH
	1.52-1.42 (m, 2 H)
	23.9

	
	
	CδH
	3.05 (dt, J = 7.1, 13.5 Hz, 1 H),
	41.0

	
	
	
	3.00 (dt, J = 7.1, 13.6 Hz, 1 H)
	

	
	
	Cζ
	
	157.2

	2
	Arginine
	CO
	
	173.3

	
	
	CαH
	4.40 (t, J = 7.3 Hz, 1 H)
	53.8

	
	
	CβH
	1.75-1.64 (m, 2 H)
	28.9

	
	
	CγH
	1.52-1.42 (m, 2 H)
	25.1

	
	
	CδH
	3.15 (dt, J = 6.8, 13.5 Hz, 1 H),
	41.2

	
	
	
	3.11 (dt, J = 6.9, 13.5 Hz, 1 H)
	

	
	
	Cζ
	
	157.3

	3
	Tryptophan
	CO
	
	173.2
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	CαH
	4.64 (t, J = 7.5 Hz, 1 H)
	55.2

	
	
	CβH
	3.29 (dd, J =7.0, 14.6 Hz, 1 H),
	27.5

	
	
	
	3.22 (dd, J = 8.0, 14.7 Hz, 1 H)
	

	
	
	Cγ
	
	109.4

	
	
	Cδ1H
	7.26 (s, 1 H)
	125

	
	
	Cδ2
	
	127.4

	
	
	Cε
	
	136.8

	
	
	Cε2H
	7.66 (d, J = 7.9 Hz, 1 H)
	119.1

	
	
	Cζ1H
	7.48 (d, J = 8.2 Hz, 1 H)
	112.5

	
	
	Cζ2H
	7.15 (t, J = 7.4 Hz, 1 H)
	120.0

	
	
	CηH
	7.23 (t, J = 7.6 Hz, 1 H)
	122.7


	4
	α-aminoisobutyric acid
	CO
	
	178.0

	
	
	Cα
	
	57.2

	
	
	CβH
	1.31 (s, 6 H)
	24.7, 24.5

	5
	Alanine
	CO
	
	176.2

	
	
	CαH
	4.19 (q, J = 7.3 Hz, 1 H)
	51.1

	
	
	CβH
	1.33 (d, J = 7.3 Hz, 3 H)
	16.7

	6
	Methionine
	CO
	
	174.3

	
	
	CαH
	4.34 (dd, J = 9.3, 5.0 Hz, 1 H)
	53.9

	
	
	CβH
	2.10-2.0 (m, 2 H)
	30.7

	
	
	CγH
	2.60-2.55 (m, 1 H), 2.53-2.49 (m, 1 H)
	30.0

	
	
	CδH
	2.05 (s, 3 H)
	14.7

	7
	Leucine
	CO
	
	177.8

	
	
	CαH
	4.28 (dd, J = 10.5, 3.9 Hz, 1 H)
	52.9

	
	
	CβH
	1.75-1.53 (m, 2 H)
	40.2

	
	
	CγH
	1.75-1.53 (m, 1 H)
	25.1

	
	
	CδH
	0.90 (d, J = 5.9 Hz, 3 H),
	22.9, 21.0

	
	
	
	0.84 (d, J = 5.9 Hz, 3 H)
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