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SUPPORTING INFORMATION FOR WORLD WIDE WEB EDITION

Table 1 Proton resonance assignments (ppm) for MSTI at 27 °C and pH 5.6

Residue HN Ha HP Hy Hd Others
THR 1 - 4.15 3.88 1.32

LYS?2 :

SER 3 8.58 4.56 3.923.88

THR 4 8.38 4.46 4.32 1.24

THR 5 8.23 4.50 4.30 - 121

THR 6 8.07 429 4.24 1.21

ALA7 - 8.04 401 050

CYS 8 7.23 5.12 2.98 2.93

CYS9 9.20 . 4.67 3.09 2.86

ASP 10 11.52 4.93 2.602.21 :

PHE 11 9.31 4.67 3.07 3.00 Hy67.37H357.3
CYS 12 8.56 6.01 3.443.11 '

PRO 13 4.59 2.16 1.93 3.22

CYS 14 8.27 5.72 2.972.86
THR 15 8.78 4.42 4.56 1.40
ARG 16 8.61 4.51 2.09 2.07 1.731.70 323

SER 17 7.30 4.39 3.89 3.76

ILE 18 8.26 4.28 - 1.79 1.061.46 1.19 0.86

PRO 19 5.12 2.602.08 2.001.92 3.59

PRO 20 . 417 2.372.09 1.88 3.813.79
GLN 21 7.50 4.59 2.26 2.16 1.80 , He 7.52 6.82
CYS 22 9.55 5.55 2.60 2.44
GLN 23 7.74 477 234213 2.00 1.80 He 7.24 6.84
CYS 24 9.28 5.44 3.243.18
THR 25 9.18 434 4.48 105

ASP 26 7.66 4.42 2.77 2.63
VAL 27 8.61 4.82 1.96 0.99 0.86
ARG 28 8.50 . 4.95 2.17 2.00 1.711.62 3.36 3.32 '‘NH 7.28 7.34
GLU 29 9.09 442 2.102.00 2.372.30

LYS 30 7.28 4.57 1.901.75 1.301.17 1.66 He 2.98
CYS 31 8.69 4.64 3.342.84

HIS 32 8.29 4.57 3.433.30 H, 7.19 H, 7.45
SER 33 8.49 412 401391
ALA 34 9.00 4.68 1.14

CYS 35 7.29- 4.37 3.04 :

LYS 36 11.54 4.40 - 2.071.92 1.63 1.50 1.74 He 3.07
SER 37 9.39 4.62 391371

CYS 38 8.69 5.33 3.132.68 ) :

LEU 39 8.91 4.92 1.78 1.72 1.53 0.78 0.66

CYS 40 8.97 5.87 3.08 2.90

THR 41 8.70 441 4.52 . 1.39

ARG 42 8.60 4.45 2.082.04 1.71 1.63 3.23

SER 43 7.30 4.38 3.883.76

PHE 44 8.47 4.69 3.042.94 ' Hy67.29 H3s 7.3
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PRO 45
PRO 46
GLN 47
CYS 48
ARG 49
CYS 50

. TYR 51

ASP 52
ILE 53
THR 54
ASP 55
PHE 56

CYS 57
TYR 58
PRO 59
SER 60
CYS 61
SER 62

7.47
9.59
8.59
9.86

" 9.70

7.50
8.60
8.98
8.39

. 6.84

8.65
8.74

8.29

. 8.19

8.47

4.38

4.16

4.37
5.53
4.70
5.24
4.50
4.42
5.01
478
4.97
4.70

4.73
4.44
4.56
4.68
4.56
4.28

- 2.181.86

2.362.27
2.192.10

294252

1.721.39
3.192.84
3.432.70
273
1.86
3.79
3.036 2.62
3.00 2.87

3.083.72
3.012.16°
242210
4.06 4.02
3.283.21
3.84 3.80

1.76
1212201
1.72

1.14

0.951.631.27
0.98

2.00

3.49 3.41
3.713.59

2.86 2.63

0.83

3.94

He 6.81 7.45
NH; 6.83 7.25

Hag 6.83 Hys 7.2

Hy66.97 Hy5 6.6
H, 7.06

Hy66.73 Hs5 6.9
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