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Average G-factor for the residue (the higher the value the more favourable the conformations) based on analysis of high-res. Xstal structures

Circular Variance (low values signify high clustering of the data points).
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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:

0 60 120 180 240 300 0 60 120 180 240 3
Chi-1 (degrees)
¥ Accessible

Unfavourable

& Buried

0 60 120 180 240 300 360

0.145 0.287 0.002 0.504
A ASP 39 NOLSDE A PHE 40 NOZT®Y A LEU 41 0020 ) ASPA2 Y05 D
T T T T T T T T
| | | | | | \@ |
300'77‘7777T77777777‘7777T77777777‘7777T77777777‘7777T@777777
o T e O K S H I .
| | | | | | | |
| | | |
o T T 0 LA
1201 | I I | I I | I I ‘ | |
| | [ | | | | e
| | | | i
| | | | | | | | | | | |
0.001 0.100 0.000 0.277
AILE 43 QOOY A PHE 45 NINDE A ILE47 NONOY A ASP48 Q02T
T T T T T T T T
| | | | | |
300- -
|
2404 |
|
180 B B
120 w
|
60 | | | ===<=9
| | | | | | | | :
ov0.002() ov0.095 () % ov 0,001 () %
— ALYS49 Gt 0oos 0 A PHESL cfossno AILES3 Gf-0.11 0
T T T T T T T T
§ | | | | | | | |
R SR i IR A
8)240- : | | : | |
13180-——:———7L777@7777}7777i7774‘77
20 l ‘ | l l
X
E 60-77‘7777477747777‘7777#777 —
I N
0.001 0.001 0.004 0.011
A LEU 55 NONOY A LEUST YOO ) GLU S8 X00MO% A Lysso qoouO%
T T T T T T T T
| | | | | | | |
300'77‘7777T77777777‘7777T77777777‘7777T77777777‘7777T777777
20| | l l i l l i l l | l l
| | | | | | |
| | i) |
180+ - - — — — Fr==d=gp=r=== +--——-—4-4+--B---"+---"4-4---- @**4——
: @ | : | | | | : | |
1201 l l | l l | l l | l l
| | _ | |
| | | | | | | | | | | |
0.004 0.004 0.208 0.046
A TRP 60 2:,_0,%8* A GLN 62 N0 A GLU 63 N OXBO % A ASN 65 Y00 *
T T T T T T T
wol I . I N
‘ | | ‘ | | ‘ | ‘ | @\
2404 : | | : | | : | | : | |
: | | : | | : | | : | |
s R B e
120- | | | | | | | |
: | | : | | : | | : | |
| | | | L]
O | | | | l l : |
00

RPR324_NMR_em_bcr3 09_enschlch2.ps

** Selected residues only




PROCHECK-NMR

Ensemble chil-chi2

plots

Page 3

RPR324 NMR_em bcr3 (20 models)**

0.342 0.006 0.047 0.029
A ASP 66 O * ALYS68 e ¥ AGLUT2 AT D® A GLN T3 AT
T T T T T T T T
| | | | | | | |
300-**‘****T****”*r***T***@”*r***T***ﬁ*”*r***T***ﬁ**
‘ i) | ‘ | ‘ | ‘ (@ |
2404 ‘ | | ‘ | | ‘ | I ‘ I I
| | | | L | | |
180-77:7777+7—747——7%777+77747——7:ﬁ777—7747———%7777774——
| | | | | | | |
120- : | | : | | : | | : | |
‘ e ‘ | | ‘ | | ‘ | |
| | | | | | | | | | | |
0.005 0051 0.002 0.031
ATYR74 ALY A PHE 75 A O® A LEUT7 N OY ALysTs P
T T T T T T T T
| | | | | | |
300'**‘****T***@“***r***‘r***ﬂ****r***‘r***#****r***T***ﬂ**
I I I I I I I
240+ : | | : | | : | | : | |
| | | | | | |
PR R N S - X Y S
‘ | | ‘ | | ‘ | | ‘ | |
120- ‘ | | ‘ | | ‘ | | ‘ | |
| | | | | | |
PO S (U A - Y A A ST S A U U B
| | | | | | | |
‘ | | ‘ | | ‘ | | ‘ | |
ov0.061(D % v 0002 ® v 0.002(D % v 0.001(D®
— A ASN 79 Gf-0450 A LEU 80 cf 0450 A ARG 83 cf-0120 AILE84 Gf 0.87 O
T L T T T T T T
| ] | | | | |
§ 30— T T ”*r***T***@*”*‘****T***ﬁ**
— ‘ | | ‘ | | ‘ | | ‘ | |
8)240- ‘ | | ‘ | | ‘ | | ‘ | |
| | | | | | | |
© 180-——:————+———4————:————+———4————:————+———4————:————+———@——
~— ‘ | | ‘ | | ‘ | | ‘ |
120- | | | | | | | |
N | | | | | | | | | | | |
v— 50+ - - — - N T T R N
6 : [ [ : [ [ : [ [
| | | | | |
0.005 0264 0.002 0.008
AASP85 N DY A GLU 86 XA BE A LEU ST XD A Lvsel At
T T T T T T T T
| | | | | | | |
00— T T T T TE ST T T T T O T T T T
‘ | | ‘ - | ‘ | | ‘ | |
2404 ‘ | | ‘ I | ‘ | I ‘ I I
| | | | | | | |
| | |
180+ — — — — — === =dk-L___ E——ag=dk-L__— === 4 - ——t=—==a=4
e R IR o e REE S,
120- ‘ | | ‘ | | ‘ | | ‘ | |
| | | | | | |
60-77:7777@77747777%777@]7747777:7777¢77747777%7774777477
| | | | | | | |
| | | | | | | | | l . l . l
cv 0.003 (D M 0 60 120 180 240 300 360
A LEU 94 Gf 0.77 O
360 T T
| |
3001~~~
| |
240+ : | |
| |
|
180 ~ [ - @
1204 w w
| |
60_77:7777L777477
‘ | |
0 | |

0 60 120 180 240 300 360

Data points coloured according to G-factor:

Chi-1 (degrees)

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
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