Page 1

cv0.000D®

Gf 091 O

AILES

ov0.036 (D ¥

Gf 1.14 0

(20 models)**

ALYS4

ov0.011(D ¥

Gf 0.72 O

ATYRS3

Ensemble chi1-chi2 plots

MRR110B R3 em bcr3

A ASN 2

PROCHECK-NMR

T T T %v T T T m¥u T T T *u T T T * T T T

[ [ [ o0 [ [ [ oo [ [ [ oo [ | [ me [ [

ﬂ\\\@\\\J\\M&\u_@\\\A\\\J\\M&\\ﬂ\\\@\\\J\\mm\\i\\ ﬁ;\\\J\\%ﬂ@\ﬂ\\\#\\\J\\

[ [ [ So [ [ [ So [ [ [ Pl [ [ [ o [ [

[ [ I 30 I I I 30 I I I 30 I I I 30 I I

[ [ [ [ [ ''m [ [ [ [ [ [ [ [ [

Ee==d=o==<=9 ===t =====1 P B - = 4 = e B - — 4 — ettt ===d=+

[ [ [ [ [ [ [ [ [ [ [ [ [ [

[ [ [ o [ [ [ = [ [ [ X [ [ [ ! [ [

[ [ [ = [ [ [ =) [ [ [ =) [ [ [ o [ [

| @ - - — - A [ . 1721 R )

[ [ [ M [ [ [ M [ [ [ M [ [ [ M [ [

| | | | | | | | | | | | | | |

I I I *u I I I m@ I I I *v I I I *_ I I I

[ [ [ o0 [ [ [ o0 | [ [ o0 [ [ [ o0 [ [

ﬂ\\\E\\\4\\umwx!xxw@\\\gwwmm\\@\\\4\\\4\\mmwxﬂxxw@xww4\\%m\\ﬁwwwﬁwwwgww

I I I 2o I I I o I I I i I I I S I I

[ [ I 30 I I I 30 I I I 36 I I I 30 I I

[ [ [ [ [ [ [ [ [ [ [ [ [ [

- =+ - = — 4 = F—F—— —+—— — 4 — 1 B - — — — 4+ — — — 4 - F—+—— - - — — + — i - e

[ [ [ [ [ [ [ [ [ [ [ [ [ [

[ [ [ » [ [ [ b [ [ [ N [ [ [ N [ [

[ [ [ m [ [ [ = [ [ [ " [ [ [ " [ [

- — — = — — — = — [ - < E 2] [P - - — e — — = = > - — — = — — — = —

| | | W | | y < | | | > | | | - | |

| | | | | | < | | | < | | | < | | |

I I I m¥u I I I Mu I I I %v I I I io I I I

[ [ [ oo [ I [ oo [ [ [ O [ [ [ o0 [ [
\ma@\\A\\\J\\w.%\\ﬂ\\lm_\\\gwwmm\\ﬂ\\\AF\\J\\%n\\ﬂ\\\A\\\J\\w%\\@ﬁ\\@\\\J\\

I I I =3} I I I 39 I I I o I I I RS I I

[ [ [ 38 [ [ [ 36 [ [ [ 30 [ [ [ 36 [ [

[ [ [ [ [ [ [ [ [ [ , [ [ @ [

Ee==d=o==<=9 ===t =====9 \\T\If\ﬁ\\\f+\\ T Pt - = B - gy -

[ [ [ [ [ [ [ [ [ [ [ [ [

[ [ [ © [ [ [ © [ [ [ Q [ [ [ b= [ [

[ [ [ [ [ [ — [ [ [ [ [ [ 0) [ [ [

o) w %) A1

===cle===L — || [P ———— [ ——— - l—— - _ | & el ===k =

| | | M | | | P | | | M | | | M | |

| | | | | | | | | | | | | | |

I I I % I I I *V I I I *v I I I *v I I I

[ [ [ oo , [ [ oo [ [ [ )| [ [ [ oo [ [

E\\I\A\\‘\J\\‘wu\gﬁxl\\@ﬁ\‘\gwx‘m&\\ﬂ\fwwﬁx‘\\J\I‘m&\\ﬂ@[\\ﬁxi‘@J\\‘%m\\ﬂ@l\\A\\‘\gww

[ [ [ 2 [ [ [ 2o [ [ [ oo [ [ [ 29 [ [

[ [ I 30 I I I 30 I I I 30 I I I 36 I [

[ [ [ [ [ [ [ [ [ [ [ [ [ [

Ee==d=o==<=9 ===t =====9 P+ - -8 ===+ - — {5 — ===t =====9

[ [ [ [ [ [ [ [ [ [ [ [ [ [

[ [ [ ~ [ [ [ y [ [ [ A [ [ [ Q [ [

[ [ [ =) [ [ [ 5 [ [ [ @ [ [ [ w ,ﬁ [

e - - — - A - - — - — — — - | W [P - — — = — — — = — </ R . Y

[ [ [ % [ [ [ M [ [ [ M [ [ [ W [ [

f = nr s f — nw T f t nku = f f = nr s f — nw T f

Q o o Q o o
8§ 88§88 § 8888 § 88§88 g§ 88§88 § 8888

8
E?zm-
=2
o
o
O

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

MRR110B R3 em bhcr3 09 enschlch2



Page 2

03713

Gf-0.98 O

A LEU 42

ov0.002(D %

Gf 0.76 O

(20 models)**

ALYS40

cv0.203(® ¥

Gf-0450

A LEU 39

Ensemble chi1-chi2 plots

MRR110B R3 em bcr3

Gf 0.72 0

A GLN 38

PROCHECK-NMR

o
T T T *v T T T @ T T T w¥u T T T *v T T T %
I I I o)s! I I I oo I | I oo I | I o0 @ I I o
ﬁ\\\E\\\J\\m%\\ﬂ\\\4\\\4\\mm\\ﬁ\\\@\\\J\\m%\\ﬁ\\\@\\\4\\nm\\ it = e Bt =
| | | oo | | | So I I I So I I I 3o I I I o
| | | 36 | | | 30 | | | 306 | | | 36 | | | S
| | | a | | | | | | | | | | | |
- - o
b=t - — —@- F—+—— -+ - — 8 — - e s F—F - =+ - = — 4 — R e R A 5!
I I | I I I I I I I I I I I I
| | | @ | | | 9 | | | 3 | | | 9 | | | -m
| | | | | | | | | | | | | | |
0 o) o) %)
-8 g _| O - - — - 1 mE O - - — - — — — - | W - - e - — = | > [JPSE ) B X
©
| | | M | | | Mn_ | | | M | | | Aln_ | | |
| | | | | | | | | | | | | | | o
T T T ¥v T T T Mu T T T *v T T T % T T T
I I I oo I I I ISi= I I I o0 I I I o0 I I I S
[ e e 1= 0] ittt Bt N0~ Y it il = el By 1 2 Ml Rttt Sl =171 el i/ ettt Bl =1
| | [ =4S [ | [ S [ | | pui] | | [ RS [ |
o o o o
| | I 30 I I I 36 I I I 36 I I I 36 I I | -m
| | | | | | | | | | | | | | |
— - Q
- By - - - - - B - - 4 R -7 I L =a2=4 F-+---B---@-12
I I I I I I I | I I I I I I I
[ [ [ o) [ [ [ o [ [ [ I3 [ [ [ 3 [ [ [ -m
| | | ) | | | o | | | ) | | | 5 | | |
=] > - — e — — - — wm - — e — — - — nlu_ - — e — — - — nlu_ = = = =l= = = = — |E=3
| | | M | | | < | | | < | | | < | | |
| | | | | | | | | | | | | | | o
T T T ® T T T @ T T T *v T T T *v T T T
I I I oo I @ I on I I I On I I I oo I I I o
| M S - o e e 1= 2= i s H i S (=71 <1 e i Bt (1) it i Mt Bt =1
| | | Sc | | LN 33 | | | Sd | | | 35 | | |
o ST S S - o
I I [ 36 [ [ I 36 I I I 36 I I I 36 I I I N
| | | | | | | | | | | | | | |
o
T\\\+@\\ﬁ\\ F—+—— =4+ - = — 4 — - A I -+ —— =+ - = — 4 — - \\T\\\+\\@\lm
I I | I I I I I I I I I I I I
o
N~ -
| | | 3 | | | o | | | 5 | | | o | | | o
| | | 5 | | | o | | | Z | | | w | | |
e - - —_—@g-—| WO [ I === ===k= - - — - ——_-—| T = = = =l= = = = — |83
| | | M | | | < | [ | M | | | M | | |
| | | | | | | | | | | | | | | o
T T T w@ T T T *o T T T w@ T T T *v T T T
o I oo I I I oo I I I oo I I I oo I I I o
@\\\ﬁ\\mJ\\mm\\ﬂ\\\4\\ﬁ4\\mmm@\ﬁ\\\A\\\J\\mn\\ﬂ\\\4\¢@4\\m%@_@\\\4\\\4\\-%
| | | Qo | | | > = | | | S | | | =21 i |
=} (] =) =} o
| | I 30 I I I 30 I I I 36 I I I 36 I | | N
| | | | | | | | | | | | | | |
o
i \\T\\\+\\\@-\ -+ —— =+ — = — 4+ — - -+ —— =+ - = — 4 — - i e Bl o'
I I I I I I I I I I I I I I I
| | | Q | | | 5 | | | 8 | | | 2 | | | -m
| | | w | | | a | | | a | | | o | | |
- — e — — - — e - © o e - - - | e - | @ - — — - — — _ - _BQ
©
| | g | | | < | | | = | | | < | | |
| | < | | | < | | | < | | | < | | |
o
o 9 o o S 9 8 8 g 9 o o o S 2 g 8 9 S 2 2 8§ g o
8§ ¥ § © & 3§ 3 3 © & g o © 8 & 8 § © & 3§ 3 3 ©

8
8) 240+
=2
o
=
O

** Selected residues only

¥ Accessible & Buried

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)

ps

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

Data points coloured according to G-factor:

ov
Gf

MRR110B R3 em bhcr3 09 enschlch2



PROCHECK-NMR

Ensemble chil-chi2

plots

MRR110B R3 em bcr3 (20 models)**

0.119 0.066 0.141 0.000
ALYS66 NODE ) ASP6S NO0eDE N ILE6O OO A GLUTL Y0000 ®
T T @ &) T T T T
| | | | | | |
300'77‘7777T77777777‘7777T@777777‘7777T777@7777‘7777T777777
| | | | | | | |
2404 : | | : | | : | I : I I
| | | | | | | |
180-7717777@17777——7:7777+77747——7%777+—77@7———:ﬁ777777477
| | | | | | | |
120- : | | : \ \ : \ \ : \ \
| | | | | | | |
60-77:7777477747777:77774»77747777:77774»77747777:7777#777477
| | | | | | | |
| | | | | | | | | | | |
0.409 0.287 0.180 0.466
ATYRT75 NOIONG A LysT7 N0 DY A GLN 78 DD E A LEU 83 060D
T T T T T T T T
| | | | | | | @\
300'77‘7777T777‘Y7777‘7777Tiff‘Y7777‘7777T77777777‘7777T777‘Y*7
| | E]] | | | | | | | | |
2404 ‘ | | ‘ | | ‘ | | ‘ | |
| | | | | | | |
| | 2, |
1804 - L - — - bommd- -B---g---B- 4 - L - g---B- 1+ - L — t - —@-
Ty : | | % \. | : | | : | \
glzo- ‘ \ \ ‘ \ \ ‘ \ \ ‘ \ \
& | | | | | |

o 60_,,:,,,,,,,,,,,:,,77L77747777:7777 ,,4,,,,:,,,,, a1

| | | | | | | |

8) | | | | | | | | | | | |

v 0429 ¥ 018> M® ov0.000(D) % v 0279 (™ %
O Aclusm o 0230 AILESS of0%0  AASP83 of 0% AASN 89 o 001 B
T T T T T T T
(q\| [ [ [ [ [ [ [ [

1 300_77‘7777T77777777‘7777T77777777‘7777T777@77777777@777@77
b | | | | | | | I
e 2404 : | | : | | : | | : | |
O @ | -\ ‘ | | ‘ | | ‘ | |

1804 - - -@g- - @B + - - — — - ———pg=dL-L_—- === -L——- t====4
‘ % &) : @ E‘? : | | : | |
120 | | | | | | | | | | | |
] | | | | - | | | | | |
604 - —m®m '+ -+ L. i L . &
S I SO O O
0.001 0.189 0.000 0.311
AILE90 OO N ILER2 N0 N ILE 93 00O A GLU %4 qos %
T T T T T T T T
| | | | | | | |
300'77‘7777T77777777‘7777T777@7777‘7777‘?77777777‘7777‘?77777
| | | | | | | |
2404 : | | : | | : | I : I I
| | | | | | | |
| | | | | | |
120- : | | : \ \ : \ \ : \ \
| | | | | | | |
| | | |
| ‘ ‘ — ] ———] ———]
0 60 120 180 240 300 O 60 120 180 240 300 O 60 120 180 240 300 360

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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