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

5 10 15 20 ASP 3 cv .529 GLU 7 cv .218 ARG 10 cv .036 LEU 11 cv .146

5 10 15 20 ARG 12 cv .025 PHE 13 cv .007 ARG 14 cv .560 PHE 16 cv .570

5 10 15 20 HIS 17 cv .668 TYR 18 cv .004 GLU 19 cv .006 GLU 20 cv .055

5 10 15 20 GLN 25 cv .500 GLU 26 cv .001 LEU 28 cv .000 GLN 30 cv .634

5 10 15 20 LEU 31 cv .002 ARG 32 cv .003 GLU 33 cv .341 LEU 34 cv .009

5 10 15 20 ARG 36 cv .003 GLN 37 cv .054 TRP 38 cv .003 LEU 39 cv .028

5 10 15 20 ARG 40 cv .077 GLU 42 cv .422 ARG 44 cv .005 LYS 46 cv .248

5 10 15 20 GLU 47 cv .284 GLN 48 cv .544 MET 49 cv .296 LEU 50 cv .099

5 10 15 20 GLU 51 cv .373 LEU 52 cv .012 LEU 53 cv .063 LEU 55 cv .762

0 60 120 180 240 300 0 5 10 15 20 GLU 56 cv .798

0 60 120 180 240 300

GLN 57 cv .251

0 60 120 180 240 300

PHE 58 cv .289

0 60 120 180 240 300 360

LEU 59 cv .634

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

5 10 15 20 LEU 62 cv .000 GLU 65 cv .120 ILE 66 cv .000 GLN 67 cv .000

5 10 15 20 ARG 69 cv .007 GLN 71 cv .212 GLN 73 cv .532 ARG 74 cv .492

5 10 15 20 GLU 79 cv .012 GLU 80 cv .003 LEU 84 cv .022 ASP 86 cv .685

5 10 15 20 LEU 88 cv .087 ARG 89 cv .065 ARG 90 cv .319 GLU 91 cv .401

5 10 15 20 ASP 303 cv .530 GLU 307 cv .218 ARG 310 cv .039 LEU 311 cv .147

5 10 15 20 ARG 312 cv .022 PHE 313 cv .011 ARG 314 cv .588 PHE 316 cv .668

5 10 15 20 HIS 317 cv .765 TYR 318 cv .005 GLU 319 cv .008 GLU 320 cv .056

5 10 15 20 GLN 325 cv .500 GLU 326 cv .001 LEU 328 cv .000 GLN 330 cv .802

5 10 15 20 LEU 331 cv .002 ARG 332 cv .003 GLU 333 cv .343 LEU 334 cv .008

0 60 120 180 240 300 0 5 10 15 20 ARG 336 cv .047

0 60 120 180 240 300

GLN 337 cv .104

0 60 120 180 240 300

TRP 338 cv .003

0 60 120 180 240 300 360

LEU 339 cv .031

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

5 10 15 20 ARG 340 cv .078 GLU 342 cv .434 ARG 344 cv .004 LYS 346 cv .379

5 10 15 20 GLU 347 cv .285 GLN 348 cv .544 MET 349 cv .314 LEU 350 cv .184

5 10 15 20 GLU 351 cv .382 LEU 352 cv .014 LEU 353 cv .061 LEU 355 cv .723

5 10 15 20 GLU 356 cv .777 GLN 357 cv .293 PHE 358 cv .102 LEU 359 cv .569

5 10 15 20 LEU 362 cv .001 GLU 365 cv .120 ILE 366 cv .000 GLN 367 cv .000

5 10 15 20 ARG 369 cv .007 GLN 371 cv .215 GLN 373 cv .518 ARG 374 cv .441

5 10 15 20 GLU 379 cv .011 GLU 380 cv .003 LEU 384 cv .023 ASP 386 cv .684

5 10 15 20 LEU 388 cv .087 ARG 389 cv .064 ARG 390 cv .319

0 60 120 180 240 300 360

GLU 391 cv .401

Chi-2 (degrees)

Frequency

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