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

3 6 9 12 GLU 1 cv .613 GLU 3 cv .419 HIS 5 cv .875 ASN 6 cv .507

3 6 9 12 GLN 7 cv .539 LEU 8 cv .089 GLU 9 cv .003 ILE 10 cv .009

3 6 9 12 LYS 11 cv .108 PHE 12 cv .203 ARG 13 cv .225 LEU 14 cv .735

3 6 9 12 ASP 16 cv .318 ASP 19 cv .684 ILE 20 cv .019 LYS 23 cv .641

3 6 9 12 PHE 25 cv .001 ASP 27 cv .221 LEU 34 cv .177 LYS 35 cv .342

3 6 9 12 GLU 36 cv .124 ILE 39 cv .429 GLU 41 cv .335 TRP 42 cv .024

3 6 9 12 ARG 44 cv .312 GLU 45 cv .117 LYS 46 cv .795 GLU 47 cv .406

3 6 9 12 ASN 48 cv .591 LYS 51 cv .245 LYS 54 cv .258 GLU 55 cv .309

3 6 9 12 LYS 57 cv .262 LEU 58 cv .012 ILE 59 cv .490 LYS 63 cv .427

0 60 120 180 240 300 0 3 6 9 12 LEU 65 cv .280

0 60 120 180 240 300

GLU 66 cv .657

0 60 120 180 240 300

ASN 67 cv .497

0 60 120 180 240 300 360

LYS 69 cv .258

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

3 6 9 12 LYS 72 cv .147 ASP 73 cv .387 TYR 74 cv .605 ARG 75 cv .715

3 6 9 12 ASN 80 cv .362 LEU 81 cv .255 MET 88 cv .362 HIS 89 cv .723

3 6 9 12 ILE 91 cv .744 ILE 92 cv .599 GLN 93 cv .280

0 60 120 180 240 300 360

GLU 98 cv .308

0 60 120 180 240 300 0 3 6 9 12 LYS 99 cv .349

0 60 120 180 240 300

GLU 100 cv .494

0 60 120 180 240 300 360

LYS 101 cv .477

Chi-2 (degrees)

Frequency

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