SUPPORTING INFORMATION

Table 1S. 'H and "C spectral assignment of 3.8 mM LL ditryptophan (LL-1) in 100 mM phosphate
buffer, pD=5.8.

Type “"Cd(ppm)  'H& (ppm) m Jux(H2)
p 52.1 4.154 dd 6.8,6.8
B 25.4 3.352; 3.308 dd 14.5,6.8
2 124.1 7218 bs ;

3 105.1 _ _ _

3a 125.5 _ _ _

4 116.8 7.559 d 7.7

5 1182 7.157 dd 77,7.7
6 120.9 7.267 dd 77,7.7
7 110.8 7512 d 8.3

7a 1352 _ _ _

Co 167.3 ; ; .

o 55.0 4.468 dd 74,53
B 26.2 3.318;3.151 dd 14.9,5.3; 14.9, 7.4
2’ 122.9 7.110 bs -

3 109.0 - ; ;

32 126.0 ; . ;

4 1173 7.646 d 77

5 118.1 7.139 dd 77,7.7
6 120.6 7.234 dd 77,7.7
7 110.6 7.488 d 8.1

T2 134.9 _ _ _

Co, 176.5 ; ; ;
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Table 2S. 'H and °C spectral assignment of 3.8 mM DL ditryptophan (DL-1) in 100 mM phosphate

buffer, pD=5.8.

Type "Cd(ppm)  'H& (ppm) m Jun(H2)
p 526 4.191 dd 74,59
B 25.6 3.062 dd 15.1,7.4;15.1,5.9
2 124.0 6.846 . .

3 105.1 - ; ;

3a 125.4 ; ; .

4 117.0 7.226 ; ;

5 118.4 6.909 . .

6 121.2 7.207 . .

7 110.9 7.463 - -

7a 135.2 ; ; .

Co 167.8 ; ; .

o 55.0 4.444 dd 9.2,4.8
B 26.3 3.129; 2.989 dd 14.9,3.9; 14.9, 8.7
2’ 123.0 6.925 - -

3’ - - - -

3 125.7 ; ; ;

4 117.5 7.646 ;

5 118.2 7.139 .

6 121.0 7.234 _

7 110.9 7.488 -

T2 135.1 ; . ;

Co, _ ; ; ;
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Table 3S. 'H and °C spectral assignment of 3.8 mM LL ditryptophan (LL-1) in an aqueous
buffered solution (100 mM phosphate buffer, pD=5.8) of 94 mM sodium-N-dodecanoyl-L-
prolinate.

Type "Cd(ppm)  'HS (ppm) m Jun(H2)
p 532 4.028 bt

B 26.7 3.234 m ;

2 125.4 7275 bs ;

3 106.7 _ _ _

3a 126.5 _ _ _

4 118.1 7.459 d 7.9

5 118.6 6.975 t 72,7.9
6 121.1 7.072 t 72,7.9
7 1.5 7.387 d 7.9

7a 136.4 ; ; .

Co 168.5 ; ; .

o 57.0 4.401 bt

B 26.8 3.126 m

2’ 123.8 7.156 bs -

3 110.0 .

32 127.6 ; . ;

4 117.7 7.300 d 7.9

5 1185 6.840 ¢ 72,7.8
6 120.7 6.993 t 78,72
7 111.3 7.336 d 7.9

T2 135.8 ; ; ;

177.4 - - -




Table 4S. 'H and "°C spectral assignment of 3.8 mM DD ditryptophan (DD-1) in an aqueous
buffered solution (100 mM phosphate buffer, pD=5.8) of 94 mM sodium-N-dodecanoyl-L-
prolinate.

Type "Cd(ppm)  'H§ (ppm) m Jun(H2Z)
o 53.6 4.028 bt

B 26.9 3.30-3.11 m .

2 125.5 7.254 bs ;

3 107.1 ; ; ;
3a 126.8 _ ; ;

4 118.1 7.481 d 7.8
5 118.9 6.987 t -

6 1213 7.075 t ;

7 111.7 7.382 d 7.8
Ta 136.6 ; ; ;
Co 168.8 - ; ;
o 57.4 4.393 bt

B 26.9 3.30-3.11 m

2 123.9 7.159 bs ;
3 110.4 ; ;
3’ 127.8 _ ; ;
4 117.90 7.291 d 7.2
5 1187 6.824 t 72,7.8
6 120.7 6.987 t ;
7 111.4 7.334 d 7.2
T2 136.1 _ ; ;

177.5 - - -




Table 5S. 'H and °C spectral assignment of 3.8 mM DL ditryptophan (DL-1) in an aqueous
buffered solution (100 mM phosphate buffer, pD=5.8) of 94 mM sodium-N-dodecanoyl-L-

prolinate.

Type “C3(pm)  'HJ (ppm) m J.n(Hz)
o 53.8 4215 bt

B 27.1 3.17-3.03 m -

2 125.1 7.100 bs -

3 106.6 - - -

3a 127.2 - - -

4 118.3 7.332 d 7.8

5 118.9 6.895 t 7.2,7.8
6 121.3 7.048 t 7.2,7.8
7 111.7 7.355 d 7.8

7a 136.2 - - -

CO 169.2 - - -

o’ 56.7 4.477 bt

B 27.1 3.17-3.03 m

2’ 124.1 7.152 bs -

3’ 110.0. - -

3a’ 127.9 - - -

4 1184 7.455 d 7.8

5 118.8 6.946 t 7.2,7.8
6’ 121.0 7.020 t 7.2,7.8
7 111.7 7.348 d 7.8

7a’ 136.1 - - -

CO, 178.1 - - -
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Table 6S. 'H and °C spectral assignment of 20 mM LD ditryptophan (LD-1) in an aqueous buffered

solution (100 mM phosphate buffer, pD=5.8) of 94 mM sodium-N-dodecanoyl-L-prolinate.

Type "Cd(ppm)  'H& (ppm) m Jun(H2)
p 53.8 4212 bt

B 26.9 3.092 m ;

2 125.2 7.106 bs -

3 106.4 - ; -

3a 126.9 . - -

4 1183 7316 d 7.8

5 118.9 6.877 t 72,7.8
6 1212 7.044 t 72,7.8
7 1115 7.367 d 7.8

Ta 136.1 . - -

Co 169.1 . - -

o 56.9 4.489 bt

B 27.2 3.140 m

2 124.3 7.167 bs ;

3 109.8 - -

3 127.8 - - -

4 1183 7.451 d 7.8

5 118.8 6.936 t 72,7.8
6’ 121.0 7.020 t 72,78
7 111.6 7.359 d 7.8

T2’ 135.8 ; - -

Co, 178.0 - - -
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Table 10S. Interproton distance obtained from ROESY experiments on aqueous solutios of 20 mM

LL-1 and DL-1 in 94 mM SDSR and used as restrains in the Molecular Mechanics Calculation.

LL-1 DL-1
B-4 3.0 2.8
B4 33 2.7
-4 2.8 3.0
-4’ 3.6 32
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Figure 18. Stick representation of the minimum energy conformer, obtained by an unrestrained

conformational search, of (a) LL-1, (b) DL-1.

S11



