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 HIS 2 cv .668 HIS 3 cv .340 HIS 4 cv .697 HIS 5 cv .663

4 8 12 16 HIS 6 cv .691 HIS 7 cv .699 LEU 8 cv .330 GLU 9 cv .494

4 8 12 16 ASP 13 cv .561 LEU 15 cv .634 GLN 16 cv .205 LEU 17 cv .567

4 8 12 16 HIS 18 cv .002 ASN 19 cv .176 PHE 21 cv .001 TYR 23 cv .483

4 8 12 16 PHE 26 cv .098 GLN 27 cv .281 ASP 28 cv .596 ASP 30 cv .002

4 8 12 16 ILE 32 cv .001 ASN 33 cv .159 MET 35 cv .128 LEU 36 cv .175

4 8 12 16 ASP 37 cv .201 ARG 38 cv .460 GLU 41 cv .140 ILE 42 cv .109

4 8 12 16 LEU 47 cv .000 PHE 50 cv .001 GLN 51 cv .462 ARG 52 cv .379

4 8 12 16 PHE 53 cv .232 ARG 54 cv .660 LEU 55 cv .868 LYS 56 cv .380

0 60 120 180 240 300 0 4 8 12 16 ARG 58 cv .733

0 60 120 180 240 300

LEU 59 cv .001

0 60 120 180 240 300

TYR 60 cv .695

0 60 120 180 240 300 360

ILE 63 cv .000

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 GLU 67 cv .423 LYS 68 cv .661 GLU 70 cv .442 HIS 72 cv .006

4 8 12 16 LYS 74 cv .514 LEU 76 cv .064 MET 77 cv .119 ASP 82 cv .852

4 8 12 16 GLU 83 cv .506 LEU 84 cv .564 GLU 85 cv .076 ASN 86 cv .737

4 8 12 16 LEU 87 cv .000 ASP 88 cv .186 GLU 91 cv .216 ASN 93 cv .682

4 8 12 16 GLU 94 cv .216 TYR 95 cv .397 GLU 96 cv .392 ARG 97 cv .011

4 8 12 16 ILE 102 cv .000 ARG 104 cv .077 GLU 105 cv .395 ASP 106 cv .678

4 8 12 16 ASN 107 cv .564 GLU 109 cv .561 LYS 110 cv .211 MET 111 cv .070

4 8 12 16 LYS 114 cv .700 TYR 116 cv .299 MET 117 cv .288 TRP 118 cv .000

4 8 12 16 ILE 119 cv .805 ASN 120 cv .335 LYS 121 cv .173 ASP 123 cv .839

0 60 120 180 240 300 0 4 8 12 16 ASP 125 cv .813

0 60 120 180 240 300

MET 126 cv .394

0 60 120 180 240 300

PHE 127 cv .752

0 60 120 180 240 300 360

GLU 129 cv .544

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 3

PROCHECK-NMR

4 8 12 16 TRP 130 cv .240 ASN 131 cv .466 PHE 132 cv .803 GLU 133 cv .744

4 8 12 16 GLU 134 cv .436 TRP 135 cv .004 LYS 136 cv .771 ARG 137 cv .304

4 8 12 16 LEU 138 cv .659 HIS 139 cv .661 LYS 140 cv .070 LYS 141 cv .653

4 8 12 16 LYS 142 cv .623 PHE 143 cv .813 ILE 144 cv .000 GLU 145 cv .460

4 8 12 16 PHE 147 cv .462 LYS 148 cv .356 LYS 149 cv .195 ILE 150 cv .000

4 8 12 16 MET 151 cv .422 GLU 152 cv .462 LYS 154 cv .456 LYS 155 cv .351

4 8 12 16 LYS 156 cv .275 GLN 158 cv .464 GLN 160 cv .217 ASN 162 cv .727

4 8 12 16 ASP 163 cv .640 ASP 164 cv .827 ILE 165 cv .491 HIS 167 cv .690

4 8 12 16 LEU 169 cv .747

0 60 120 180 240 300

ARG 170 cv .404

0 60 120 180 240 300

GLU 171 cv .292

0 60 120 180 240 300 360

ASP 172 cv .586

0 60 120 180 240 300 360 0 4 8 12 16 20 GLN 173 _{cv .702}

Chi-2 (degrees)

Frequency

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