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 HIS 2 cv .862 HIS 3 cv .508 HIS 4 cv .824 HIS 5 cv .876

4 8 12 16 HIS 6 cv .801 HIS 7 cv .732 LEU 8 cv .323 GLU 9 cv .337

4 8 12 16 ASP 13 cv .585 LEU 15 cv .869 GLN 16 cv .269 LEU 17 cv .711

4 8 12 16 HIS 18 cv .001 ASN 19 cv .229 PHE 21 cv .003 TYR 23 cv .501

4 8 12 16 PHE 26 cv .643 GLN 27 cv .306 ASP 28 cv .630 ASP 30 cv .524

4 8 12 16 ILE 32 cv .000 ASN 33 cv .040 MET 35 cv .073 LEU 36 cv .001

4 8 12 16 ASP 37 cv .295 ARG 38 cv .383 GLU 41 cv .063 ILE 42 cv .003

4 8 12 16 LEU 47 cv .003 PHE 50 cv .001 GLN 51 cv .190 ARG 52 cv .366

4 8 12 16 PHE 53 cv .005 ARG 54 cv .506 LEU 55 cv .733 LYS 56 cv .443

0 60 120 180 240 300 0 4 8 12 16 ARG 58 cv .927

0 60 120 180 240 300

LEU 59 cv .003

0 60 120 180 240 300

TYR 60 cv .476

0 60 120 180 240 300 360

ILE 63 cv .001

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 GLU 67 cv .336 LYS 68 cv .561 GLU 70 cv .107 HIS 72 cv .007

4 8 12 16 LYS 74 cv .753 LEU 76 cv .077 MET 77 cv .213 ASP 82 cv .508

4 8 12 16 GLU 83 cv .563 LEU 84 cv .611 GLU 85 cv .058 ASN 86 cv .528

4 8 12 16 LEU 87 cv .011 ASP 88 cv .204 GLU 91 cv .428 ASN 93 cv .595

4 8 12 16 GLU 94 cv .169 TYR 95 cv .201 GLU 96 cv .325 ARG 97 cv .051

4 8 12 16 ILE 102 cv .007 ARG 104 cv .199 GLU 105 cv .399 ASP 106 cv .525

4 8 12 16 ASN 107 cv .766 GLU 109 cv .340 LYS 110 cv .134 MET 111 cv .097

4 8 12 16 LYS 114 cv .476 TYR 116 cv .465 MET 117 cv .195 TRP 118 cv .001

4 8 12 16 ILE 119 cv .565 ASN 120 cv .369 LYS 121 cv .179 ASP 123 cv .358

0 60 120 180 240 300 0 4 8 12 16 ASP 125 cv .283

0 60 120 180 240 300

MET 126 cv .272

0 60 120 180 240 300

PHE 127 cv .380

0 60 120 180 240 300 360

GLU 129 cv .354

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 3

PROCHECK-NMR

4 8 12 16 TRP 130 cv .234 ASN 131 cv .606 PHE 132 cv .655 GLU 133 cv .637

4 8 12 16 GLU 134 cv .260 TRP 135 cv .008 LYS 136 cv .605 ARG 137 cv .352

4 8 12 16 LEU 138 cv .633 HIS 139 cv .833 LYS 140 cv .082 LYS 141 cv .499

4 8 12 16 LYS 142 cv .492 PHE 143 cv .601 ILE 144 cv .000 GLU 145 cv .150

4 8 12 16 PHE 147 cv .316 LYS 148 cv .361 LYS 149 cv .251 ILE 150 cv .003

4 8 12 16 MET 151 cv .349 GLU 152 cv .101 LYS 154 cv .111 LYS 155 cv .349

4 8 12 16 LYS 156 cv .255 GLN 158 cv .335 GLN 160 cv .344 ASN 162 cv .561

4 8 12 16 ASP 163 cv .534 ASP 164 cv .472 ILE 165 cv .256 HIS 167 cv .593

4 8 12 16 LEU 169 cv .513

0 60 120 180 240 300

ARG 170 cv .319

0 60 120 180 240 300

GLU 171 cv .250

0 60 120 180 240 300 360

ASP 172 cv .551

0 60 120 180 240 300 360 0 4 8 12 16 20 GLN 173 _{cv .576}

Chi-2 (degrees)

Frequency

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