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

4 8 12 16 GLU 1 cv .627 GLU 3 cv .444 HIS 5 cv .735 ASN 6 cv .716

4 8 12 16 GLN 7 cv .567 LEU 8 cv .357 GLU 9 cv .392 ILE 10 cv .071

4 8 12 16 LYS 11 cv .173 PHE 12 cv .004 ARG 13 cv .354 LEU 14 cv .543

4 8 12 16 ASP 16 cv .842 ASP 19 cv .566 ILE 20 cv .000 LYS 23 cv .532

4 8 12 16 PHE 25 cv .593 ASP 27 cv .575 LEU 34 cv .000 LYS 35 cv .368

4 8 12 16 GLU 36 cv .080 ILE 39 cv .436 GLU 41 cv .374 TRP 42 cv .022

4 8 12 16 ARG 44 cv .003 GLU 45 cv .210 LYS 46 cv .807 GLU 47 cv .643

4 8 12 16 ASN 48 cv .542 LYS 51 cv .399 LYS 54 cv .350 GLU 55 cv .565

4 8 12 16 LYS 57 cv .777 LEU 58 cv .003 ILE 59 cv .345 LYS 63 cv .770

0 60 120 180 240 300 0 4 8 12 16 LEU 65 cv .772

0 60 120 180 240 300

GLU 66 cv .729

0 60 120 180 240 300

ASN 67 cv .845

0 60 120 180 240 300 360

LYS 69 cv .575

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

4 8 12 16 LYS 72 cv .216 ASP 73 cv .813 TYR 74 cv .580 ARG 75 cv .721

4 8 12 16 ASN 80 cv .450 LEU 81 cv .401 MET 88 cv .719 HIS 89 cv .571

4 8 12 16 ILE 91 cv .543 ILE 92 cv .462 GLN 93 cv .328

0 60 120 180 240 300 360

GLU 98 cv .648

0 60 120 180 240 300 0 4 8 12 16 LYS 99 cv .373

0 60 120 180 240 300

GLU 100 cv .369

0 60 120 180 240 300 360

LYS 101 cv .285

Chi-2 (degrees)

Frequency

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