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A B
10
X-ray
B NMR Residue [ 11 :ALA] ( -60©.38, 175.72) in Allowed region
Residue [ 65 :GLY] (-11©.59, 92.99) in Allowed region
Residue [ 71 :ASN] (-118.1@, 63.84) in Allowed region
31 Residue [ 10@ :ASN] ( -98.11, 83.29) in Allowed region
Residue [ 104 :GLY] (-176.69,-109.17) in Allowed region
Residue [ 11@ :LEU] ( -38.59, 130.51) in Allowed region
Residue [ 12 :SER] ( -38.08, -23.47) in Outlier region
04 Residue [ 14 :LEU] ( 11©.82, 86.34) in Outlier region
Residue [ 55 :PRO] ( -22.e@, 87.32) in Outlier region
Residue [ 115 :TYR] ( 69.42, 123.35) in Outlier region
Residue [ 119 :GLY] ( 45.88, -97.56) in Outlier region
=54 Number of residues in favoured region (~98.0% expected) : 110 ( 990.9%)
Number of residues in allowed region ( ~2.0% expected) : 6 (
Number of residues in outlier region : 5 (
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C D
Residue [ 53 :ASP] (-110.30, 44.38) in Allowed region
10 Residue [ 71 :ASP] (-149.91, -6.62) in Allowed region
X-ray Residue [ 139 :VAL] ( -57.78, -71.83) in Allowed region
B NMR Residue [ 140 :GLN] (-164.62, 116.85) in Allowed region
Residue [ 147 :LYS] ( 67.48, -28.71) in Allowed region
Residue [ 177 :GLY] ( 147.05, -28.93) in Allowed region
51 Residue [ 178 :TYR] (-116.33, 71.68) in Allowed region
Residue [ 202 :PRO] (-109.87, 169.12) in Allowed region
Residue [ 287 :LYS] ( 175.56,-176.53) in Allowed region
Residue [ 235 :ASN] (-109.79, 51.38) in Allowed region
o Residue [ 277 :THR] (-131.76,-159.85) in Allowed region
Residue [ 284 :ASP] ( 42.58, 67.41) in Allowed region
Residue [ 29@ :THR] (-144.32,-163.99) in Allowed region
Residue [ 337 :LYS] (-137.38,-157.61) in Allowed region
Residue [ 339 :TRP] ( -39.41, 118.78) in Allowed region
=5 4 Residue [ 342 :GLY] (-179.33, 109.59) in Allowed region
Residue [ 349 :HIS] (-122.73,-143.65) in Allowed region
Residue [ 358 :ASP] ( 45.16, 68.87) in Allowed region
Residue [ 18 :SER] ( 108.89, 168.47) in Outlier region
0 Residue [ 124 :PRO] ( -27.00, 110.28) in Outlier region
—101 i Residue [ 190 :LYS] ( 64.88, 11.41) in Outlier region
8o Residue [ 200 :GLY] (-148.21, 87.16) in Outlier region
] Residue [ 237 :SER] ( 15@.36,-152.55) in Outlier region
Residue [ 247 :GLN] ( 97.11, 152.65) in Outlier region
_154 Residue [ 260 :GLU] ( 163.66, 177.38) in Outlier region
Residue [ 269 :CYS] (-161.21,-136.67) in Outlier region
Residue [ 270 :THR] ( -59.59,-136.64) in Outlier region
Residue [ 357 :ASP] ( 16@.57,-115.48) in Outlier region
Residue [ 372 :SER] ( 162.19, 168.78) in Outlier region
-20 . . ; ; ’ Number of residues in favoured region (~98.8% expected) : 346 ( 92.3%)
0 200 400 600 800 1000  Number of residues in allowed region ( ~2.0% expected) : 18 ( 4.8%)

Number of residues Number of residues in outlier region : 11 ( 2.9%)
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F
Residue [ 82 :ASP] (-133.73, 71.42) in Allowed region Residue [ 444 :SER] ( -7@
Residue [ 98 :ASP] (-140.58, 4©.35) in Allowed region Residue [ 448 :SER] ( -52
Residue [ 167 :THR] (-104.66, -74.88) in Allowed region Residue [ 451 :LEU] ( -77
Residue [ 168 :TYR] (-176.16, 106.49) in Allowed region Resl:-due [ 468 :ASP] (-121
Residue [ 176 :CYS] (-134.81,-160.82) in Allowed region Residue [ 487 :SER] ( -81
Residue [ 213 :GLU] (-136.42,-161.27) in Allowed region Residuel [ 492 GRIE] 4179
Residue [ 215 :CYS] (-117.4@,-113.85) in Allowed region RES};‘UQ [ 496 =SER] (73
Residue [ 235 :THR] (-138.33,-158.82) in Allowed region Residues [ 525 nlYs] I 474

5 E 5 Residue [ 532 :CYS] ( -64.
Residue [ 236 :THR] ( -76.10,-166.84) in Allowed region S ¢

E : . esidue [ 533 :THR] (-137
Residue [ 256 :ASP] ( -85.19, 39.87) in Allowed region Residue [ 539 :ASP] ( 58
Residue [ 259 :GLY] (-122.96, 65.18) in Allowed region Residue [ 547 :ARG] ( -49
Residue [ 263 :CYS] ( 74.38,-166.61) in Allowed region Residue [ 564 :LvS] ( 167
Residue [ 276 :LYS] (-167.19,-178.10) in Allowed region Residue [ 565 :SER] ( -6@
Residue [ 296 :GLU] (-135.55,-111.32) in Allowed region Residue [ 614 :ASN] (-141
Residue [ 323 :THR] ( 45.81, 27.40) in Allowed region Residue [ 615 :CYS] ( -67
Residue [ 335 :ASN] ( 60.57, -18.16) in Allowed region Residue [ 625 :ASP] ( -66
Residue [ 347 :TYR] (-154.13,-166.35) in Allowed region Residue [ 663 :VAL] (-155.
Residue [ 348 :CYS] ( -59.1@, 105.85) in Allowed region pesidue [ o4 ofs] ¢ 59
Residue [ 356 :GLN] (-110.76, 70.73) in Allowed region :eS}gue ! . ;g;g] ¢ e
Residue [ 360 :GLY] (-162.24, 108.62) in Allowed region estde | iSER] (

x 3 . Residue [ 288 :PRO] (-117
Residue [ 379 :THR] ( -81.34,-168.88) in Allowed region Residue [ 294 :ASN] (-173
Res:i.due [ 380 :SER] ( -57.26, 106.69) :i.n Allowed r-eg:i.cn Residue [ 303 :Lvs] ( 136
Residue [ 393 :PRO] ( -68.11,-173.47) in Allowed region Residue [ 336 :ARG] ( 156
Residue [ 394 :GLY] (-135.76,-118.61) in Allowed region Residue [ 372 :ARG] (-17@
Residue [ 398 :ASN] ( 71.35, 146.85) in Allowed region Residue [ 381 :THR] ( 163
Residue [ 399 :CYS] (-179.92,-164.35) in Allowed region Residue [ 387 :PRO] ( -55
Residue [ 419 :CYS] (-121.6@,-123.44) in Allowed region Residue [ 391 :TYR] (-167
Residue [ 426 :ASN] (-155.98,-138.48) in Allowed region Residue [ 395 :THR] ( -33
Residue [ 428 :VAL] (-139.21,-141.18) in Allowed region Residue [ 480 :SER] ( 166
Residue [ 433 :LEU] (-173.80, 116.84) in Allowed region Residues [ 430 oVAL] i 170
Residue [ 434 :LEU] (-172.11, 96.50) in Allowed region Resldue [| 432 1GIN] i 126

. N 2 X Residue [ 497 :GLY] (-176
Residue [ 435 :GLN] ( -31.63, 134.82) in Allowed region Residue [ 498 GLY] (-150
Res::.due [ 436 :TRP] (-172.74,-170.89) :!.n Allowed r'eg::.on Residue [ 502 :LEU] ( 83
Residue [ 441 :SER] (-148.07,-151.15) in Allowed region Residue [ 504 :THR] (-176
Residue [ 504 :THR] (-176.83, -78.83) in Outlier region
Residue [ 509 :ILE] ( 102.68, 124.64) in Outlier region
Residue [ 598 :THR] ( 72.24, 133.99) in Outlier region
Residue [ 646 :THR] ( -27.91, 137.76) in Outlier region
Residue [ 649 :SER] (-163.46,-113.21) in Outlier region

Number of residues
Number of residues
Number of residues

in favoured region
in allowed region
in outlier region

(~98.8% expected)
( ~2.8% expected)
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Allowed
Allowed
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Residue [ 118 :SER] ( -59.71, 168.45) in Allowed region  pesidue [ 558 :VAL] ( -32.97, 104.42) in Allowed region
Residue [ 182 :TYR] ( -37.22, 122.87) in Allowed region Residue [ 113 :SER] ( -50.18, -88.94) in Outlier region
Residue [ 20@ :ALA] ( 76.37, -33.48) in Allowed region Residue [ 121 :LYS] ( 82.64, -7.84) in Outlier region
Residue [ 216 :ASN] (-114.51, 79.89) in Allowed region Residue [ 228 :PRO] ( -38.36, 84.55) in Outlier region
Residue [ 226 :THR] ( -74.25, -64.50) in Allowed region  pocigue [ 264 :ILE] ( 39.80, 82.76) in Outlier region
Residue [ 227 :PRO] ( -96.78, 101.53) in Allowed region  pocigie [ 274 :6LU] ( 148.38,-127.89) in Outlier region
Residue [ 229 :VAL] E 4565, 28'853 in Allowed region o lyie [ 278 :SER] ( 136.25,-173.76) in Outlier region
Residue [ 249 :CYS] (-145.87,-166.83) in Allowed region : 2 R 3 3
Residue [ 256 :GLN] (-165.86, 71.88) in Allowed region E:zigaz E ;g; \I;EE} g ?s;i’ ig?:gg 1: gi:ii:: ::gig:
Residue [ 276 :PHE] (-173.20,-165.98) in Allowed region . il i : e 8l

: ; : z Residue [ 295 :TYR] ( 62.56, 149.61) in Outlier region
Residue [ 277 :PHE] (-154.55, -82.33) in Allowed region : s ¥ 7

a K i 2 Residue [ 308 :ASN] ( 174.43,-102.68) in Outlier region
Residue [ 290 :LEU] (-145.52,-156.21) in Allowed region s ; : :

: . F : Residue [ 3062 :ALA] ( 149.86,-153.92) in Outlier region
Residue [ 296 :TYR] (-132.51,-166.80) in Allowed region = 3 5 7
Residue [ 318 :GLY] ( -65.55, -76.38) in Allowed region Residue [ 36 :ILE] ( 172.47, -37.99) in Outlier region
Residue [ 320 :PRO] (-100.87, 143.80) in Allowed region Residue [ 38 :MET] (-164.42, -24.82) in Outlier region
Residue [ 339 :ASP] ( -98.04, 44.45) in Allowed region  Residue [ 319 :ALA] ( -83.@4,-103.49) in Outlier region
Residue [ 346 :6LY] (-131.87, 63.26) in Allowed region  Residue [ 353 :PHE] ( 46.16,-166.87) in Outlier region
Residue [ 364 :Cvs] ( 58.35,-184.34) in Allowed region  Residue [ 354 :ILE] ( -32.39, 145.79) in Outlier region
Residue [ 368 :LYS] (-151.68,-113.64) in Allowed region Residue [ 357 :ASN] ( 82.88, -16.30) in Outlier region
Residue [ 370 :ASP] (-107.60, 58.11) in Allowed region  Residue [ 362 :GLN] ( -38.38, 72.46) in Outlier region
Residue [ 375 :VAL] (-152.89,-160.10) in Allowed region  Residue [ 365 :SER] ( -24.28, 133.36) in Outlier region
Residue [ 381 :PRO] ( -71.71, 100.19) in Allowed region Residue [ 366 :GLY] ( 175.83, 45.32) in Outlier region
Residue [ 388 :LEU] ( 69.44, -18.70) in Allowed region Residue [ 439 :LEU] (-157.93,-122.31) in Outlier region
Residue [ 407 :LYS] (-143.46,-143.25) in Allowed region  Residue [ 459 :ALA] ( 169.65,-167.48) in Outlier regioen
Residue [ 415 :SER] ( 174.90, 159.3@) in Allowed region  Residue [ 463 :ASP] ( -70.98,-141.48) in Outlier region
Residue [ 416 :ASP] (-125.69, 59.91) in Allowed region Residue [ 488 :PRO] ( -55.43, -73.48) in Outlier region
Residue [ 45@ :ASN] ( -90.73,-165.70) in Allowed region Residue [ 497 :SER] ( 159.63,-170.86) in Outlier region
Residue [ 462 :THR] ( -92.93,-151.97) in Allowed region Residue [ 565 :GLY] ( 164.89, 95.17) in Outlier region
Residue [ 479 :ASN] (-110.92, 62.93) in Allowed region Residue [ 509 :ARG] ( 101.87, 110.89) in Outlier region
Residue [ 491 :GLY] ( 178.56, 116.37) in Allowed region Residue [ 518 :PHE] (-172.33,-129.04) in Outlier region
Residue [ 504 :ILE] (-140.52,-148.74) in Allowed region Residue [ 513 :ARG] ( 129.69,-132.73) in Outlier region
Residue [ 587 :CYS] (-139.66, -68.83) in Allowed region  Residue [ 524 :ASP] ( -47.76,-109.66) in Outlier region
Residue [ 517 :GLY] ( -38.76, 149.18) in Allowed region  Residue [ 549 :SER] (-175.3@,-118.53) in Outlier region
Residue [ 519 :SER] (-142.79,-138.95) in Allowed region  Number of residues in favoured region (~98.8% expected) : 507 ( 88.2%)
Residue [ 528 :LEU] ( -53.74, 174.48) in Allowed region  Number of residues in allowed region ( ~2.0% expected) : 37 ( 6.4%)
Residue [ 557 :CYS] (-185.72, 71.67) in Allowed region  Number of residues in outlier region ;31 ( 5.4%)



