PROCHECK-NMR

Ensemble chil-chi2
MRR110B NMR _em bcr3 (20 models)**

plots

ov 0613 Q) % v 0279(™ % 03108 % ov0.036(D %
A ASN 2 0550 ATYR3 cf 020 ALYS4 cf-108m  AILES Gf 039 O
T T T T T T T T
] ] i | | | | | |
300'*717777‘?77777777‘7777‘?7777777‘7777‘?777777‘7777T77777
@ [ [ = [ [ [ [
2404 : | | : | | : | | : | |
| | | | | | | |
180-7717777+77747———%7—7+—7747———:77—7+—7747———%7—7+—77@7—
| | | | | | | |
1204 : | | : | | : | | : | |
| 2] e | [ ﬁ ‘ [ [ ‘ [ [
Al R EEEEEE S0 IR L ik B SRR EEEE R
| | | |
| | | | | | | |
v 0570 % o 0.001(D% o 0068 () % v 0174 ¥
AGLU7 ct0040 ALEUS cfosad AMET9 cf-0280 AASN11 Gf-0.05 0
T T T T T T T T
| | | | | | | 5]
300-**r***ffffﬁﬁf‘****f***ﬂ*”*r***r***ﬁ*”*r***f***ﬂ**
| | | | | | | |
240+ : | | : | | : | | : | |
| | | | | | | |
[ [ [
180'”;’”""”";""T’"@’”@”’T”’?’”T”’T’"T’
1204 | | | ‘ | | ‘ | | ‘ | |
| | | | | Im 0
| | | |
o L B T e /T ST e
‘ | | ‘ | | ‘ | | ‘ @
ov0.068(N % v 0.001(D® v 0180D % v 0349 (W %
P A LEU 12 cf o020 AILE16 of-0130 AASN17 cf-o120 A GLUI19 Gf 007 O
T T T T T T T T
| | | | | | | |
300'**‘****7‘***7****r***T***‘I****r***T***‘T****T***T@***T**
— | | | | @ | | |
8)240- : | | : | | : | | : | |
| | | | | | | |
T 160-| [ QR | S QR g —— —[l=— ==
~— : | @ | | : | @ @ | [
1204 | | ‘ | | ‘ | | ‘ | |
C}I ‘ @ | ‘ | | ‘ | T ‘ | |
E 60 - e e i e e e e e R el e I
s L T T N
0273 0.005 0.116 0.186
ATYR24 N A Lys2s N D® ALys2T X D® A GLU 28 P
T T T T T T T T
200 | | | | | | | |
T+ --——- - T — T = — T =7
| @ | | |
| | | | | | |
2404 : | | : | | : | | : | |
| | | | | | | |
(D N I RN IR S 0 I R o
1204 : | | : | | : | | : | |
| | | | | |
A S
| l l | l l | l l | l l
0139 0212 0.743 0459
A PHE 29 e * AARG3L NOHZDE A Lysa NI * AASP 33 SO *
T T T T T T T T
| | | | | | @ | |
300«7@777#777ﬂ77**r***f***@*”*F***T@***@*”*r***f****
| | | | | | | 2
240+ : | | : | | : | | : | |
| | | | | | |
120- : | | : | | : | | : | |
i | | | | | |
60_,,‘!,,,L,,,4,,,,:,,,,L,,,!,,;‘!,,,L,,,m,,,,:,,,,gg,,@,
| | | | | | | |
| | | |
O ; | - | - | - | y | - | | |
0 60 120 180 240 300 O 60 120 180 240 300 O 60 120 180 240 300

cv = Circular Variance (low values signify high clustering of the data points).
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 points coloured according to G-factor:
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cv = Circular Variance (low values signify high clustering of the data points).
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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 points coloured according to G-factor:
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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 points coloured according to G-factor:

Unfavourable

¥ Accessible

@ Buried

0 60 120 180 240 300 360

0.0%6 0418 0.001 0.005

ALYS66 Cevfo,lg%%AéSPGB ?;Vf.m%’*AmEeg XM O® AGLUTL pavee i
T T =0 T " T T T T
| | | | | | |

300+ i 8l **@*”*r***T***@”*‘****T***ﬁ**
| | | | | |
2404 I I : I I : I I
| | | | | |

180 ——4————:————+———4————:————@———4——
| | | |
120 | } | | | | |
| | | | |

| |

60 - **%*”*T*******J*”*T**** [
@ ‘ | | ‘ | |
7 | | | |
0,096 0235 0.004 0.027

ATYRT5 N00eDE ALYSTT N OB D% AGLNTS XD ¥ ALEU 83 PR
T T T T T T T T
| | | | | | | |

3004+ - - - - — T - = — T - - - - - T - -1t 1T - - - - = T - - - 1T - - - — = T - - = 1=
: ] | : | | : | | : | |
2404 ‘ | | ‘ | | ‘ | | ‘ | |
| | | | | | |
| | | =

1804+ — - — — — + -4 -4 - --+-- - E===== —s==d=db=x==== + - — — -
Ty : | | @?j | @ : @ | : |
1204 | | ‘ | | ‘ | | ‘ | |
| | | | | | | | | i

s 60+ -1 -—-—- 7774,,,,.T,,,L,,,4,,,,T,,,L,,,J,,,,T,,,L,,,J,,

| | | | | | | |
8) | | | | | | | | | | | |
0.364 0.000 0.403 0.374
O A GLU 84 D AlLESS N e AAsPes e A ASN 89 o
T T T T T T T T
(q\| [ [ [ [ [ [ B [
1 300+ 5 — — — T77777777‘7777T777777 777777 T - - = 7777‘7777‘?777777
= ] | | | | | 1iz2) G]E
e 2404 : | | : | | : | | : | |
O | | | | | | | | | =3 |
180-71%777+777@77777777@77747”77777+77747”77777+777477

| | | | | | | |

1204 | | : | | : | | : | |
ol Ll e g & | @ =

: | | : | | : | | : m@ |

| | | | | | | |

0.000 0.188 0.071 0.366
AILE90 NOM00Y A ILESR NBO® A ILESS A% AGLU 9 Pt i

T T T T T T T T

300 | | | | | | | |
4 - - - - [ — - 4 - - - - [ — g4 - - - - 77777 777777 [ — 77

A R .

2404 ‘ | | ‘ | | ‘ | I ‘ I I

| | | | | | |

180-771777777747———:————+7777Wf:f777+———@r———%———+———@——

| | | | | | | |

1204 : | | : | | : | | : | |

| | | | | | | |
60-77:7777«Lff747777:7777477747777:77774»77747777:77774777477

| | | | | | | |

| | | ‘ | | l . l : l ‘ | |

0 60 120 180 240 300

MRR110B_NMR_em bcr3 09 _enschlch2.ps

** Selected residues only




