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SUPPORTING INFORMATION

Table Si: 1 H chemical shifts of Clr-EGF

residue HN CaH CIH

CAH3 1.52

2.06

2.53,2.67

1.57

2.48,2.85

2.00,2.10

2.9

CH 3 1.32

3.82,3.87

1.68,1.78

3.86

1.74,1.87

3.85,3.91

1.90,2.05

1.92,2.04

2.45,2.70

1.92,2.20

1.82,2.02

1.16,1.77

1.72,1.90

2.26,3.52

CH 0.91

C7H 1.57,C H3 0.83,0.88

C7H2 2.26,2.32

C H2 1.48,1.55,C H 2.94,N H 7.07

C7H2 1.44,C 8 H2 1.63,CH 2 2.95

A1a123

Vall24

Aspl25

Leul26

Aspl27

Glu128

Cysl29

A1a130

Ser131

Argl32

Ser133

Lys134

Ser135

Gly136

Glu137

Glu138

Aspl39

Prol40

Glnl4

Prol42

G1n143

Cys144

8.50

8.50

8.28

8.47

8.44

9.02

8.07

8.20

8.18

7.97

8.05

8.27

8.46

8.38

8.47

8.10

8.46

8.28

9.08

others

4.13

4.13

4.57

4.28

4.63

4.09

4.01

4.13

4.21

4.29

4.38

4.38

4.4

3.99

4.22

4.22

4.81

4.36

4.52

4.19

4.49

4.77

2.23

2.23

1.98,C H2 3.74

2.35,N^H2  6.83,7.57

1.74,C H2  3.51,3.68

2.20,N(H2 6.72,7.29

C H2

C7 H2

CT
H2

CT
H2

C'fH2
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G1n145

Hisl46

Leul47

Cys148

Hisl49

Asnl50

Tyrl51

Vall52

Glyl53

Gly154

Tyrl55

Phel56

Cys157

Serl58

Cys159

Argl60

Prol61

Gly162

Tyrl63

Glu164

Leul65

Ginl66

Glu167

Aspl68

Argl69

Hisl70

Serl7l

Cys172

8.29

9.14

7.39

8.23

9.20

8.82

8.64

8.44

7.49

7.44

8.25

9.05

9.16

9.22

9.23

11.16

9.05

8.21

9.16

8.99

8.49

8.99

7.81

8.63

8.94

10.39

8.54

4.01

5.04

4.50

5.17

4.58

5.15

4.92

3.82

3.88

4.19,3.88

5.69

4.76

6.11

4.73

5.45

4.29

4.46

3.61,4.24

4.96

4.69

4.68

4.33

4.04

4.40

3.68

5.06

4.61

5.30

1.74,2.31

2.96,4.00

1.04,1.81

2.55,2.82

1.37,2.37

2.69,2.80

3.2,3.34

2.07

2.78,3.04

2.95,3.13

2.80,3.85

3.95,4.26

2.55,3.15

1.42,1.89

1.93,2.40

2.4,3.51

1.82,1.90

1.31,1.78

2.01,2.50

2.07

2.77,3.13

2.00,2.29

2.68,3.45

3.88

1.39,2.18

CH 6.80,CH 6.90

CH 2.16

CTH 1.78,C 8H 0.56,0.77

CH2 2.21,NH2 6.83,7.57

C H2 2.34

CYH2 1.61,1.73,C5 H2 3.18,N8H 7.14

H4 6.63

C7 2 2.40,2.66,NH2 6.79,7.65

H2 5.69,H4 6.60

C7H 1.29,C6 H2 0.78

H4 6.30

NPH2 7.33,7.43

C H2 7.12,CH 6.67

CH 0.88,0.96

CH 2 6.87,CH 2 6.76

C 8 H 2 6.93,CH 2 6.84

C7 H 2

C H2

1.42,1.51,CTH2 2.68,2.97

2.10,2.19,CH 2 3.64,3.88



1.92,2.15

COH3 1.10

1.78

CT H 2.32

CH 1.98,2.11

3

G1n173

A1a174

Glul75

8.62

9.07

7.91

4.90

3.82

3.89
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Table S2: List of hydrogen bonds occuring in more than 20% of the final

structures.

Hbond
donor

123:HN

123:HN

123:HN

125:HN

126:HN

128:HN

129:HN

130:HN

131:HG

131:HN

132:HH2

132:HN

132:HN

133:HN

134:HN

136:HN

137:HN

139:HN

141:HE

141:HN

143:HN

145:HE

145:HN

146:ND1

147:HN

149:HE2

149:HN

150:HD2

Hbond

acceptor

125:OD

125:0

128:OE

123:0

124:0

126:0

150:OD1

127:0

127:0

127:0

128:OE

128:0

130:0

131:0

132:0

134:0

135:0

137:0

139:OD

139:0

141:0

172:0

170:0

159:SG

158:0

158:OG

156:0

127:OD

occurence

(number out

of 19

structures)

7

7

6

6

6

8

7

7

7

8

8

9

5

6

7

5

5

9

5

9

6

11

17

6

14

12

17

7

Hbond

donor

150:HD21

151:HN

154:HN

156:HN

158:HG

158:HN

160:HE

160:HN

163:HN

163:HN

164:HN

166:HE

166:HE2

166:HE21

166:HN

167:HN

169:HH

169:HN

170:HE2

170:HN

170:HN

171 :HG

171 :HN

172:HN

173:HE2

173:HN

175:HN

175:HN

Hbond

acceptor

154:0

154:0

151:0

149:0

157:0

147:0

146:ND1
146:ND1

161:0

160:0

173:0

175:OE

164:0

175:OXT

171:0

167:OE

155:0

166:0

155:011

168:OD

168:0

168:OD

168:OD

145:NE2

175:OXT

164:0

173:0

162:0

occurence

(number out

of 19

structures)

5

16

14

19

14

18

5

19

5

5

19

5

17

5

19

9

19

16

7

9

6

10

14

6

6

18

10

7


