Page 1

cov0.002D®»
Gf 038 O

M LEU 9

cv0.001(D®

Gf 046 O

(20 models)**

M LEU 7

cv 0402 %

Gf 0.23 O

M PHE 6

w012 ®

Gf 0.87 0

Ensemble chi1-chi2 plots

DHR8C NMR em bcr3

M GLN 5

PROCHECK-NMR

T T T * T T T m@ T T T Mu T T T *V T T T
[ [ [ &n [ [ [ on [ | [ oo ® @ [ on [ [
[ e . \\\ﬁ\\\‘J\\‘mm\\‘ﬁ\\‘\ﬁw\ R - i it i -1~ = ey
[ [ [ S [ [ [ So [ [ [ pagS [ [ [ S< [
[ [ [ 35 [ [ [ 30 [ [ [ 30 [ [ [ 35 [ [
[ [ | [ [ [ [ [ [ [ [ [ [ [ &
1 e o
[ [ [ [ [ [ [ [ [ [ [ [ [ [
[ [ [ <) [ [ [ S [ [ [ $ [ [ [ 3 [ [ [
[ [ [ % [ [ [ = [ [ [ B [ [ [ = [ [
== = =l = = = — | e m === = = — | = = = =ll= = = == — |J. el == = — | S
[ [ [ [ [ [ [ [ [ [ [ [ [ [
| | | = | | | = | | | = | | | = | | |
I I I % I I I m@ I I I Mu I I I * I I I
[ [ [ oo [ [ [ SI= 1 | [ oo [ [ [ ®o | [
#\\\Iﬁwwwxf\\W%\\ﬂf\\\4\f\\4\\‘%m\\E\I\\@\‘ —a-dggf r- Tt s3g B EFE-m -
I I | ppS] | | | So | | | So | | | 9 | | @@
[ [ I 30 I I I 306 I I I 306 I I I 30 I I
[ [ i [ [ [ [ [ [ [ [ [ @ \&% [
e ] - b ® - - ey ek - = — 4 — F-F-——+ - - -@- - \\T\[‘mm\\\@\\
[ [ [ [ [ [ [ [ [ [ [ [ [
[ [ [ X [ [ [ I [ [ [ S [ [ [ 3 [ [
[ [ [ W [ [ [ H [ [ [ > [ [ [ n [ [
——— == — =L — s - — - —— | O == = =l = = = — | ===l — == — |y S
[ [ [ [ [ [ = [ [ [ [ [ [ [ [ [
| | | = | | | = | | | = | | | = | | |
I I I * I I I *v I I I *u I I I *u I I I
[ [ oo @ | [ o0 [ [ [ oo [ [ [ &0 [ [
i@\\ﬁ\\@\\zm\\ \\\@\\\4\\mn\\ﬂ\\\A\\\J\\mm\\ﬂ\\\A\\\J\\ww\\@\\@\\\J\\
I I I piS] I T I g0 I I I paiS] I I I Jo FE I
[ [ I 30 I I I 30 = I I 306 I I I 30 B I [
[ [ [ [ [ [ [ m@ [ ,mw %% [ , [
T\\f\+\\\ﬁw\\ ===t ===<=41 F-rE- B - g - = L=l —— =< === ==L1=4
[ [ [ [ [ [ [ [ [ [ [ [ !
«© N © N~
[ [ [ S [ [ [ N [ [ [ & [ [ [ ™ [ [
[ [ [ z [ [ [ D [ [ [ D [ [ [ D [ [
===l === = |[liy] [ - __8 o = ===l === = |l ,\\\@@\\\T\
[ [ [ [ [ [ [ [ [ [ [ [
| | = | | | = | | | = | | | = | | |
I I *v I I I *v I I I @ I I I w¥v I I I
- [ o0 [ | [ o0 [ | [ on [ N [ o0 [ o [
%F\A@%\\J\\mw\\ﬂwwwﬂwwwgwwﬁm\\m?\m@\ \4\\m&\\ﬂ\\\@\\\4\\%w\\@\\ﬁﬁ% i
[ , [ 8o [ [ [ 8o ] [ So [ [ [ Yo [ i [
[ [ I 30 I I I 30 I I I 30 I I I 30 I I
[ [ [ [ [ [ [ [ [ [ [ [ B [
L=t =—==dF====4 \\f\[f%W\\\@\\ F— - = —Bg — — <+ — L=k =——==F=====4 T o e —
[ [ [ [ , , [ [ [ [ [ [ [ [
[ [ [ S [ [ [ b [ [ [ 8 [ [ [ 8 [ [
[ [ [ n [ [ [ n [ [ [ = [ [ [ n [ [
== ==l = = = — | e [ < - —@———— | W == ==l = = = — | e S
[ [ [ [ [ [ | [ [ [ [ [ [
= = = =
g & & o A A : S & . A A A
o o o o o o
5888 g3 8§88 8 8 88§88 g§38§¢8 g3 8§88

60 120 180 240 300 360
¥ Accessible & Buried
** Selected residues only

60 120 180 240 300 0
Average G-factor for the residue (the higher the value the more favourable the conformations) based on analysis of high-res. Xstal structures

Unfavourable

Chi-1 (degrees)

60 120 180 240 300 0

ps

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

60 120 180 240 300 0

Data points coloured according to G-factor:

ov
Gf

0

DHR8C NMR em bcr3 09 enschlch2



PROCHECK-NMR

Ensemble chil-chi2

plots

Page 2

DHR8C NMR _em bcr3 (20 models)**

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

Chi-1 (degrees)
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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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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 points coloured according to G-factor:

Unfavourable
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