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 .798 HIS 3 cv .696 HIS 4 cv .796 HIS 5 cv .758

3 6 9 12 HIS 6 cv .680 HIS 7 cv .699 HIS 8 cv .631 LEU 9 cv .495

3 6 9 12 GLU 10 cv .563 MET 11 cv .503 GLU 14 cv .348 GLU 15 cv .900

3 6 9 12 GLN 17 cv .298 ILE 19 cv .553 HIS 22 cv .014 GLU 25 cv .630

3 6 9 12 TRP 27 cv .002 ASN 28 cv .334 GLU 29 cv .393 GLN 30 cv .211

3 6 9 12 LEU 31 cv .000 GLN 32 cv .437 LYS 33 cv .333 ASN 35 cv .597

3 6 9 12 GLU 36 cv .512 LYS 38 cv .078 LEU 40 cv .250 ASP 44 cv .393

3 6 9 12 PHE 45 cv .401 TRP 49 cv .103 CYS 50 cv .088 CYS 53 cv .116

3 6 9 12 ARG 54 cv .490 PHE 55 cv .002 ILE 56 cv .210 PHE 59 cv .398

0 60 120 180 240 300 0 3 6 9 12 PHE 60 cv .001

0 60 120 180 240 300

ASP 62 cv .299

0 60 120 180 240 300

LEU 63 cv .293

0 60 120 180 240 300 360

LYS 65 cv .243

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 .438 LEU 67 cv .482 ASN 69 cv .467 LEU 71 cv .670

3 6 9 12 PHE 72 cv .102 LEU 73 cv .230 LYS 74 cv .953 ASP 76 cv .394

3 6 9 12 ASP 78 cv .596 GLU 79 cv .600 LEU 80 cv .913 LYS 81 cv .344

3 6 9 12 ASP 86 cv .298 TRP 87 cv .012 ILE 89 cv .446 GLN 90 cv .486

3 6 9 12 MET 92 cv .002 PHE 95 cv .796 MET 96 cv .400 PHE 97 cv .003

3 6 9 12 LEU 98 cv .315 LYS 99 cv .002 GLU 100 cv .077 LYS 102 cv .325

3 6 9 12 ILE 103 cv .202 LEU 104 cv .081 ASP 105 cv .706 LYS 106 cv .268

3 6 9 12 LYS 111 cv .342 LYS 112 cv .265 ASP 113 cv .676 GLU 114 cv .821

3 6 9 12 LEU 115 cv .001 GLN 116 cv .537 ILE 119 cv .518

0 60 120 180 240 300 360

LYS 121 cv .001

0 60 120 180 240 300 0 3 6 9 12 HIS 122 cv .005

0 60 120 180 240 300

LEU 123 cv .549

Chi-2 (degrees)

Frequency

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