ensemble_analyzed_04.ps

Chi-1 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 SER 2 cv .647_{Gf -.43} ASP 3 cv .399_{Gf -.63} GLU 7 cv .543_{Gf -.22} ARG 10 cv .074_{Gf -.06}

5 10 15 20 LEU 11 cv .200_{Gf -1.27} ARG 12 cv .026_{Gf .22} PHE 13 cv .002_{Gf -.61} ARG 14 cv .207_{Gf .06}

5 10 15 20 CYS 15 cv .218_{Gf .17} PHE 16 cv .002_{Gf .05} HIS 17 cv .069_{Gf .17} TYR 18 cv .001_{Gf .04}

5 10 15 20 GLU 19 cv .004_{Gf -.47} GLU 20 cv .003_{Gf .22} THR 22 cv .000_{Gf -.75} GLN 25 cv .129_{Gf -.21}

5 10 15 20 GLU 26 cv .009_{Gf -.22} LEU 28 cv .004_{Gf .05} GLN 30 cv .065_{Gf -.09} LEU 31 cv .004_{Gf -.20}

5 10 15 20 ARG 32 cv .418_{Gf -.01} GLU 33 cv .075_{Gf -.36} LEU 34 cv .007_{Gf .06} CYS 35 cv .571_{Gf .20}

5 10 15 20 ARG 36 cv .001_{Gf -.14} GLN 37 cv .016_{Gf -.21} TRP 38 cv .002_{Gf .53} LEU 39 cv .003_{Gf .48}

5 10 15 20 ARG 40 cv .009_{Gf .08} GLU 42 cv .611_{Gf -.21} VAL 43 cv .163_{Gf -.22} ARG 44 cv .005_{Gf .23}

5 10 15 20 SER 45 cv .222_{Gf -.39} LYS 46 cv .304_{Gf .30} GLU 47 cv .789_{Gf -.35} GLN 48 cv .083_{Gf .11}

0 60 120 180 240 300 0 5 10 15 20 MET 49 cv .058_{Gf .49}

0 60 120 180 240 300

LEU 50 cv .006_{Gf -.85}

0 60 120 180 240 300

GLU 51 cv .521_{Gf -.28}

0 60 120 180 240 300 360

LEU 52 cv .021_{Gf .04}

Chi-1 (degrees)

Frequency

cv = Circular Variance (low values signify high clustering of the data points). Accessible Buried Gf = Average G-factor for the residue (the higher the value the more favourable the conformations) based on analysis of high-res. Xstal structures Data bars coloured according to G-factor: Favourable Unfavourable

ensemble_analyzed_04.ps

Chi-1 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 53 cv .009_{Gf -.46} VAL 54 cv .005_{Gf .38} LEU 55 cv .003_{Gf .10} GLU 56 cv .085_{Gf -.43}

5 10 15 20 GLN 57 cv .033_{Gf -.21} PHE 58 cv .000_{Gf -.12} LEU 59 cv .100_{Gf -.04} LEU 62 cv .000_{Gf .17}

5 10 15 20 GLU 65 cv .071_{Gf -.29} ILE 66 cv .000_{Gf .71} GLN 67 cv .000_{Gf .05} ARG 69 cv .005_{Gf .57}

5 10 15 20 VAL 70 cv .039_{Gf .00} GLN 71 cv .109_{Gf -.21} GLN 73 cv .335_{Gf -.04} ARG 74 cv .087_{Gf .14}

5 10 15 20 SER 77 cv .231_{Gf -.72} GLU 79 cv .004_{Gf -.05} GLU 80 cv .001_{Gf .29} LEU 84 cv .038_{Gf -1.27}

5 10 15 20 VAL 85 cv .055_{Gf -.18} ASP 86 cv .004_{Gf -.70} LEU 88 cv .201_{Gf -.53} ARG 89 cv .452_{Gf -.27}

5 10 15 20 ARG 90 cv .501_{Gf -.13} GLU 91 cv .472_{Gf -.36} SER 302 cv .646_{Gf -.36} ASP 303 cv .399_{Gf -.64}

5 10 15 20 GLU 307 cv .543_{Gf -.15} ARG 310 cv .075_{Gf -.17} LEU 311 cv .200_{Gf -1.27} ARG 312 cv .024_{Gf .39}

5 10 15 20 PHE 313 cv .002_{Gf -.59} ARG 314 cv .231_{Gf .07} CYS 315 cv .222_{Gf .28} PHE 316 cv .002_{Gf .04}

0 60 120 180 240 300 0 5 10 15 20 HIS 317 cv .067_{Gf .17}

0 60 120 180 240 300

TYR 318 cv .001_{Gf -.13}

0 60 120 180 240 300

GLU 319 cv .004_{Gf -.50}

0 60 120 180 240 300 360

GLU 320 cv .003_{Gf .25}

Chi-1 (degrees)

Frequency

cv = Circular Variance (low values signify high clustering of the data points). Accessible Buried Gf = Average G-factor for the residue (the higher the value the more favourable the conformations) based on analysis of high-res. Xstal structures Data bars coloured according to G-factor: Favourable Unfavourable

ensemble_analyzed_04.ps

Chi-1 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 THR 322 cv .001_{Gf -.67} GLN 325 cv .130_{Gf -.21} GLU 326 cv .004_{Gf -.35} LEU 328 cv .005_{Gf -.08}

5 10 15 20 GLN 330 cv .075_{Gf -.10} LEU 331 cv .004_{Gf -.39} ARG 332 cv .417_{Gf .10} GLU 333 cv .072_{Gf -.41}

5 10 15 20 LEU 334 cv .007_{Gf .16} CYS 335 cv .576_{Gf .17} ARG 336 cv .002_{Gf -.14} GLN 337 cv .068_{Gf -.18}

5 10 15 20 TRP 338 cv .002_{Gf .53} LEU 339 cv .004_{Gf .23} ARG 340 cv .009_{Gf .03} GLU 342 cv .685_{Gf -.34}

5 10 15 20 VAL 343 cv .086_{Gf -.29} ARG 344 cv .005_{Gf .28} SER 345 cv .223_{Gf -.37} LYS 346 cv .425_{Gf .05}

5 10 15 20 GLU 347 cv .790_{Gf -.41} GLN 348 cv .083_{Gf .10} MET 349 cv .056_{Gf .49} LEU 350 cv .007_{Gf -.80}

5 10 15 20 GLU 351 cv .573_{Gf -.14} LEU 352 cv .019_{Gf .15} LEU 353 cv .009_{Gf -.36} VAL 354 cv .005_{Gf .39}

5 10 15 20 LEU 355 cv .003_{Gf -.12} GLU 356 cv .074_{Gf -.44} GLN 357 cv .036_{Gf -.15} PHE 358 cv .001_{Gf .08}

5 10 15 20 LEU 359 cv .103_{Gf .11} LEU 362 cv .002_{Gf .34} GLU 365 cv .071_{Gf -.29} ILE 366 cv .000_{Gf .79}

0 60 120 180 240 300 0 5 10 15 20 GLN 367 cv .000_{Gf .30}

0 60 120 180 240 300

ARG 369 cv .005_{Gf .59}

0 60 120 180 240 300

VAL 370 cv .039_{Gf .17}

0 60 120 180 240 300 360

GLN 371 cv .109_{Gf -.21}

Chi-1 (degrees)

Frequency

cv = Circular Variance (low values signify high clustering of the data points). Accessible Buried Gf = Average G-factor for the residue (the higher the value the more favourable the conformations) based on analysis of high-res. Xstal structures Data bars coloured according to G-factor: Favourable Unfavourable

ensemble_analyzed_04.ps

Chi-1 frequency distributions ensemble_analyzed (20 models)

g- t g+ g- t g+ g- t g+ g- t g+

Page 4

PROCHECK-NMR

5 10 15 20 GLN 373 cv .399_{Gf -.05} ARG 374 cv .073_{Gf .07} SER 377 cv .231_{Gf -.68} GLU 379 cv .004_{Gf .04}

5 10 15 20 GLU 380 cv .001_{Gf -.01} LEU 384 cv .040_{Gf -1.27} VAL 385 cv .394_{Gf -.26} ASP 386 cv .005_{Gf -.63}

5 10 15 20 LEU 388 cv .201_{Gf -.62} ARG 389 cv .450_{Gf -.27} ARG 390 cv .501_{Gf -.14}

0 60 120 180 240 300 360

GLU 391 cv .472_{Gf -.35}

Chi-1 (degrees)

Frequency

cv = Circular Variance (low values signify high clustering of the data points). Accessible Buried Gf = Average G-factor for the residue (the higher the value the more favourable the conformations) based on analysis of high-res. Xstal structures Data bars coloured according to G-factor: Favourable Unfavourable