ensemble_analyzed_03.ps

Page 1

PROCHECK-NMR

Chi1-Chi2 plots

ensemble_analyzed (20 models)

0 90 180 270 360

90

180

270

360

Chi-1

Chi-2

15 14 1 18 1917

314

9

6 17

7 1159

6

4 19 3 7

8

5 188

12

15

5

9

12

13

19

13 1

10

11

8

16

20 5 2 46

13

12 11

2

1 17

42

20

14

10

20

16 16 7

318

10

Arg (60)

0 90 180 270 360

90

180

270

360

Chi-1

8

128

4

9

18 5

1 5

11

2

7

46 916

15

18

20 1814 10

12

16

5

7 11 3

13

15 126 17

213

3

10 410

1

3 6

17

14

20

11

9

15

17

2 7

19

131

19

19

8 14 88

16 88

20 88

Asn (60)

0 90 180 270 360

90

180

270

360

Chi-1

18 5

719

16

11828122

6

12 10 111

19

3 13

14

4

3

131 17

1910 5

16

16

2015

15

18152

13

10

784

149 10 9

13

16

17

51420

14

2015

2

9

1314

17 12 7 8

20

8

120

1716 10 3619

8 15

9 192 9

1

16

12

7

1

14

6 7

9 5

5 5 11

712 1

10

18

4

87

17 12

1

16

12 58 3 2

19 3

14 7

16

18

19 2 12 8 13 4 13

11

18

4 5

11

13

6 4 9

11 5

15175 31 2

15

14

14 19

16

11 17

14

12 18

10

5 18

15 13

9

9 3 18

4 4 16

11

11

6

6 20 2

20

11

6

6

12

6

10 2

17

19

12

20 15

17 19 83

4 75

14 75

8 44

19 6

15 83

17 55

11 52

18 52 6 44

12 54 18 55

10 44 8 90

10 541 70

20 63

13 6 1 44 15 90 3 63

4 83 5 44

14 83

16 15

4 6

10

6 15

3 52 7 52

7 44 17 44 11 3 44 2 75 9 6

11 6

17 75

6 8319 13 838

4 63 16 63 8 63

18 6

7 54 20 6

2 6

3 90

20 9 75

9 83

15 5513

15 7 63 13

20 83

10 52

Asp (240)

0 90 180 270 360

90

180

270

360

Chi-1

Chi-2

Cys (-)

0 90 180 270 360

90

180

270

360

Chi-1

16 11 3 9 11 16 5 12 8 18

10

14

7 12

1

10

7 17

20

4

15 20

17 14 19

13

18 2 1 13 6 6

4

2 8 3 9 19 15 5

Gln (40)

0 90 180 270 360

90

180

270

360

Chi-1

3 51816 19 2 20 1411

6

17 15 15 12 7 14

21 5

7

20

1715

1885 1 6

20

4

12

9

5 19

6

12

2

7314

15

17 19

8

103 3

92 13 10

318141

12

192

8

19

11

2 3 8

19

18 16111 7

16

7 2020

18

4 9 2010 12

9

5 15

9

10 17

16 6 13

5 18 11

4

8

7 10

116 46

16

13

9 14 13 16

4

8

17

101

13

17

13

4 14

11

12 15

Glu (120)

0 90 180 270 360

90

180

270

360

Chi-1

Chi-2

1181320151672941112314561781910

His (20)

0 90 180 270 360

90

180

270

360

Chi-1

8 1 9

12 6 187171113

9 4

14

10 9

18 74 20201155 312 126 101614

13

19

12151515714 15

6 17

17 16

8 2

8

10 19

3

4

2013

11

18

3 79 2 79 16 48 19 79

Ile (60)

0 90 180 270 360

90

180

270

360

Chi-1

3

7

1 2

15

1315

1210

6 165 19 16 17 9

3713

81420 1219 913 151191011 14 438

16 52011315 9

11

155

19

181 6714231715 17 20111612 614

16

16 917 74 1245 9

1912

2 8 3 1011

17814102

81013 318 14 2 1258 3 20 16

17 4 1217

618 10 13

15

11 7 16 15

10

13 14 1194

7 176 1

11

10 3 5 18

2 10

5 9 2018

20

18

11

20 2 4

6

8

12 3

1 9

8

20

5

18

8

1 18 10 6 19

132

11

6

4 28 9 28

11 57

14 28 2 61

9 7 5 7

5 28 12 61

14 7

16 57

3 7

11 31 2

4 57

7 28

7 31 6 31

8 57 7 50 17 57

17 61

19 7 6 61

13 7

19 35 12 7 17 7 14 57

1 9 68 16 31

20 7 15 28 15 31

19 28

4

18 7

20 13 31

18 35

4 61 Leu (200)

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled. Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better. Model numbers shown inside each data point.

ensemble_analyzed_03.ps

Page 2

PROCHECK-NMR

Chi1-Chi2 plots

ensemble_analyzed (20 models)

0 90 180 270 360

90

180

270

360

Chi-1

Chi-2

17 18 8 2 16 3 9 4 6 14 15 9 2

1

4

5

9231419

12

1414

2016 5 1

15

11

1317 115 191516

3

10 1

20

10

20

1

12 13 720

515 7

5

13 136 11

3

6

19

6 19

4

19

5

52

7

10

7

1 8

16

16 10

138 7 18 6

8

10

12

820

10 12 7 18

18

19 9

20

17

16

11 16

414

15 17

615

12

9

314

19

11

7

1

2

717

1217

315

5

9

2017

13

11

8

4 1

17

13

311

18

16 4

1 4

13

4

19

212 18 2

18 14 2

12 20 8

15

3 8

1411

9

6 18

10

6

9 Lys (160)

0 90 180 270 360

90

180

270

360

Chi-1

14 4 16 18 20

37

4

1417

189

2 17

8

5

11 1114

17

15

17 1515

20

12

20 1 5 19

3 1

16 10

12

2

3

5 16 8 10 13

18

6

19 6

15

8

11

20 6 2

3

1

2 11 12

9 4

12 16 6

9

1

4

7

7

5

8 7

13

13 19 14 9

19

10 10

18

13 Met (80)

0 90 180 270 360

90

180

270

360

Chi-1

14 6 1

11

174 2 19

7

185

20

9 12 3 18

68 5

12

16

319

710 17

2 1318 915 20

14 11 16 16

13 51

15 51

4 5110 51 Phe (40)

0 90 180 270 360

90

180

270

360

Chi-1

Chi-2

Trp (-)

0 90 180 270 360

90

180

270

360

Chi-1

15 19 6

1417

1583 12 5

10 6714

9

13 2

17

1041 8 16

111320914 12 14 7

20311

10

18

6152

3416

8 2119 9 1718 13 20 77 11 77

16 22

12 22

19 22 7

18 5

5

5 77

Tyr (60)

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled. Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better. Model numbers shown inside each data point.