ensemble_refined_05.ps

Chi-2 frequency distributions ensemble_refined (20 models)

g- t g+ g- t g+ g- t g+ g- t g+

Page 1

PROCHECK-NMR

3 6 9 12 MET 1 cv .849 HIS 3 cv .723 HIS 4 cv .776 HIS 5 cv .719

3 6 9 12 HIS 6 cv .620 HIS 7 cv .729 HIS 8 cv .754 LEU 9 cv .478

3 6 9 12 GLU 10 cv .571 MET 11 cv .496 GLU 14 cv .506 GLU 15 cv .921

3 6 9 12 GLN 17 cv .291 ILE 19 cv .514 HIS 22 cv .010 GLU 25 cv .561

3 6 9 12 TRP 27 cv .001 ASN 28 cv .356 GLU 29 cv .376 GLN 30 cv .128

3 6 9 12 LEU 31 cv .000 GLN 32 cv .445 LYS 33 cv .333 ASN 35 cv .611

3 6 9 12 GLU 36 cv .526 LYS 38 cv .012 LEU 40 cv .280 ASP 44 cv .695

3 6 9 12 PHE 45 cv .399 TRP 49 cv .203 CYS 50 cv .297 CYS 53 cv .173

3 6 9 12 ARG 54 cv .424 PHE 55 cv .200 ILE 56 cv .088 PHE 59 cv .298

0 60 120 180 240 300 0 3 6 9 12 PHE 60 cv .002

0 60 120 180 240 300

ASP 62 cv .210

0 60 120 180 240 300

LEU 63 cv .364

0 60 120 180 240 300 360

LYS 65 cv .231

Chi-2 (degrees)

Frequency

cv = Circular Variance (low values signify high clustering of the data points). Accessible Buried

ensemble_refined_05.ps

Chi-2 frequency distributions ensemble_refined (20 models)

g- t g+ g- t g+ g- t g+ g- t g+

Page 2

PROCHECK-NMR

3 6 9 12 LYS 66 cv .506 LEU 67 cv .374 ASN 69 cv .673 LEU 71 cv .657

3 6 9 12 PHE 72 cv .003 LEU 73 cv .290 LYS 74 cv .786 ASP 76 cv .291

3 6 9 12 ASP 78 cv .501 GLU 79 cv .711 LEU 80 cv .905 LYS 81 cv .280

3 6 9 12 ASP 86 cv .201 TRP 87 cv .010 ILE 89 cv .456 GLN 90 cv .507

3 6 9 12 MET 92 cv .065 PHE 95 cv .793 MET 96 cv .381 PHE 97 cv .003

3 6 9 12 LEU 98 cv .336 LYS 99 cv .002 GLU 100 cv .005 LYS 102 cv .329

3 6 9 12 ILE 103 cv .280 LEU 104 cv .076 ASP 105 cv .819 LYS 106 cv .404

3 6 9 12 LYS 111 cv .289 LYS 112 cv .192 ASP 113 cv .491 GLU 114 cv .830

3 6 9 12 LEU 115 cv .000 GLN 116 cv .543 ILE 119 cv .518

0 60 120 180 240 300 360

LYS 121 cv .004

0 60 120 180 240 300 0 3 6 9 12 HIS 122 cv .009

0 60 120 180 240 300

LEU 123 cv .582

Chi-2 (degrees)

Frequency

cv = Circular Variance (low values signify high clustering of the data points). Accessible Buried