ensemble_analyzed_05.ps

Chi-2 frequency distributions ensemble_analyzed (20 models)

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

Page 1

PROCHECK-NMR

4 8 12 16 MET 1 cv .514 HIS 3 cv .720 HIS 4 cv .840 HIS 5 cv .949

4 8 12 16 HIS 6 cv .816 HIS 7 cv .881 HIS 8 cv .676 LEU 9 cv .217

4 8 12 16 GLU 10 cv .459 MET 11 cv .371 GLU 14 cv .397 GLU 15 cv .681

4 8 12 16 GLN 17 cv .321 ILE 19 cv .258 HIS 22 cv .163 GLU 25 cv .427

4 8 12 16 TRP 27 cv .010 ASN 28 cv .084 GLU 29 cv .218 GLN 30 cv .199

4 8 12 16 LEU 31 cv .002 GLN 32 cv .311 LYS 33 cv .247 ASN 35 cv .559

4 8 12 16 GLU 36 cv .360 LYS 38 cv .002 LEU 40 cv .187 ASP 44 cv .274

4 8 12 16 PHE 45 cv .288 TRP 49 cv .125 CYS 50 cv .024 CYS 53 cv .085

4 8 12 16 ARG 54 cv .361 PHE 55 cv .200 ILE 56 cv .102 PHE 59 cv .200

0 60 120 180 240 300 0 4 8 12 16 PHE 60 cv .067

0 60 120 180 240 300

ASP 62 cv .405

0 60 120 180 240 300

LEU 63 cv .118

0 60 120 180 240 300 360

LYS 65 cv .182

Chi-2 (degrees)

Frequency

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

ensemble_analyzed_05.ps

Chi-2 frequency distributions ensemble_analyzed (20 models)

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

Page 2

PROCHECK-NMR

4 8 12 16 LYS 66 cv .376 LEU 67 cv .177 ASN 69 cv .398 LEU 71 cv .453

4 8 12 16 PHE 72 cv .182 LEU 73 cv .037 LYS 74 cv .775 ASP 76 cv .245

4 8 12 16 ASP 78 cv .079 GLU 79 cv .721 LEU 80 cv .923 LYS 81 cv .222

4 8 12 16 ASP 86 cv .359 TRP 87 cv .012 ILE 89 cv .458 GLN 90 cv .417

4 8 12 16 MET 92 cv .125 PHE 95 cv .559 MET 96 cv .223 PHE 97 cv .816

4 8 12 16 LEU 98 cv .221 LYS 99 cv .002 GLU 100 cv .058 LYS 102 cv .212

4 8 12 16 ILE 103 cv .223 LEU 104 cv .079 ASP 105 cv .385 LYS 106 cv .296

4 8 12 16 LYS 111 cv .091 LYS 112 cv .199 ASP 113 cv .370 GLU 114 cv .648

4 8 12 16 LEU 115 cv .006 GLN 116 cv .582 ILE 119 cv .760

0 60 120 180 240 300 360

LYS 121 cv .001

0 60 120 180 240 300 0 4 8 12 16 HIS 122 cv .001

0 60 120 180 240 300

LEU 123 cv .668

Chi-2 (degrees)

Frequency

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