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

2017 10 11 1 716 4 8

312 4

17 9 12 15

519

13

8

6

18 6 2 18

1518 4

1 11 5

6 16

7

3 19

2

12

15

10 20 9

16

10

3

14

14

11127

17

13 8

19

14

9

5

13

20 Arg (60)

0 90 180 270 360

90

180

270

360

Chi-1

4

7 10 20

3 19 13

6

18

6

11

7

2 8 2

14

4

14

20

125

1713

14

8

91

9

20

18 10

15

196

4

3 11

11

16 18

12

3

4

5 58

5

15 16 71315171420 2 11

12

9

12

2

8

10

17

1

1 7

9 19 1 18 6 15

16

3

16

10

19 6

13 6

17 80

Asn (80)

0 90 180 270 360

90

180

270

360

Chi-1

415 19 8

17 1

4 713 3 5 16 10

19 1518

8

14

120

1618 9

13

12

12

6 4 17

1

19

11

1815

5 6

1

11 10

20

17 124

13 3

2

13 11

7

11

8 16 20

10

19

6

98

7 17 26 3 14

5

2

9

9 12

2

18 15

20

14 73

7 16 10 73

5 16 16 19 3 16 14 16

Asp (80)

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

15

15

62

3

12

19

1

820

4

13

14

7 19 9

89 11

7 2

5

14 114 510 17 3 18

12

1

16 6 13 17 16 18

20

10

Gln (40)

0 90 180 270 360

90

180

270

360

Chi-1

8 10 15

13

2

17

13

7

18

9

16 1

19 615

8 913 7

1818

14 1 146

19

20 3 17

19211

1614

2 1110

1

4 82

65

14 20 16

11

1220616

19

13

18

16

5

18

517 319

11 20

10

9 15

201831174

15 2

9

18

101

5

9

12

14 16 7

17 4

20 2

14

5

7

168

1911

6

10 6

10 7 4

12

7

16 14

14 10 15

12

10

5

8

13

20 10

14

8

31

9 6 12

12

10

8

3

3

15 13

18 6

3

211 4 9

13 16

20 1

7

1 12 17

4

5

18 2

13 15

6 11

17 5

161

7

3

13

5

3

7

3

12

12

16

8

19

14 19

11

12 14

8

11

9 9 617 4 13

17

4 20

9 6

3 1

2

18

13

7

15

4

8

17

2

4

45

11 11 19 9

7 8 12

19

15

1510 2 19 5 15 18 20

20

1

Glu (220)

0 90 180 270 360

90

180

270

360

Chi-1

Chi-2

4 817

18

12 15

20

19

1918

6 16

1

14

9 7

10

11 20

6

214

10

32 13

16 8 17

15 3

5 1 5

4 5 12 5

11 5

9 5

7 5 5 5

13 5 His (40)

0 90 180 270 360

90

180

270

360

Chi-1

1841037141620132081091173920116

19121954161410 4 2813 1117201716113 18967101216113 144 19815 12 1 214 7 152

3 1812 18 6 11 1 9

6

8 5 1310

19 2 17 14 1520

5

1615

19 19 8 16 1 11 9

2 12

6

12

5 91

2 20

3 91 13 91 7 91 17 91 10 91 15 91

4 91

8 91

13 59

18 91

3 92

1 91

9 20 18 17 20

14 91

4 17 59

15 20

7 92 5 20 91

5 92

Ile (120)

0 90 180 270 360

90

180

270

360

Chi-1

4 9 18196 147

11

5 7

29

9

2013 19

10 13 1 20 161711 9

12

10220

1912 12 2

13

34

1

5 178

7

3

9

15

13

84

12

6

7 14 2017 4 10 5 16

8

16

1419

215

6 3

3

1

518

7 11 15

10

15 11 3 19 2 5 34 3 34 9 1 34 6 34 8 81 11 34

13 81

4 34 15 8 13 34 2 34 7 34

1 14

10 34

11 58

14 34

6 81 6 8 1 8

12 34 16 34

17 65

12 81 18 8 5

18 34 16 8 8 65 18 81

16 58

4 14

19

14 58 14 65

17

17 58

15 14

20 34

10

18 14

20 81

Leu (120)

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

18 4 411 3 618 10 14 3 7 6 8 1014 6 14 12

20

1611 110 7 718 9 8

4

17 13

19

12 9

8

5

2

20

6 18 418 1815

5

6

16 516 1812 2

11

4 5

6

113 16 1

131417

16 15 11 7

204 2

85

7 2

10

1

15

1217 20 1414729

17

18

4

9

13

12 9

2 14 1520

1 3

13

4

19

1920 312

19

3

10

5 3

16

15

10 8 13

9

7

1 6 6

8

20 6

5

1 10 20 915

19

10

19

17

18 16 12

1611

13

3 3

1 14 19

3

14

1

3 16 12

20 9

13

15 2 9 2 9 8

12

5

17

13

14

7 5

48

6 5

15

11 20

11

2 5

15

17 2 8 4

3 12

8

18

20

7

4

11 1

15 17 12 10

14

4

14

13 1

89

10

19 5 12

7

7 17

19

10 11 18

6

6

11

1 19 11

17

13 18

11

7

19

16 1319

16

15 2

315

16 2 8 1017 17 20 9

Lys (240)

0 90 180 270 360

90

180

270

360

Chi-1

2 6 17

4

13 3 19

11 16

9

8

18

5

1410

12

15

1

7 20

Met (20)

0 90 180 270 360

90

180

270

360

Chi-1

1513 19 1018204 8

112

617 9

31481191715186102011 2 2412169

16115

5137

3 7

14 Phe (40)

0 90 180 270 360

90

180

270

360

Chi-1

Chi-2

528 1 7 913 11 310151820 12

4 42 6 42 17 42 14 4219 42 16 42 Trp (20)

0 90 180 270 360

90

180

270

360

Chi-1

10

7

9 17 16

20 3

8 74

18 7411 74

4 74 2 74

1 74

14 74

5 74

6 7412 74 13 74 19 74 15 74 Tyr (20)

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.