Page 1

cv 0.259 (™

Gf 024 O

A LEU 20

(20 models)**

ov0.184(® %

Gf 0.03 O

ALYS17

cv 0.509 (P ¥

Gf-018 O

A MET 16

ov0195® %

Gf 024 O

Ensemble chi1-chi2 plots

ATYR14

SGR209C NMR em bcr3

PROCHECK-NMR

T T T w*v T T T *v T T T *v T T T *u
[ [ [ &0 [ [ [ o0 [ [ ®0 [ i [ o0
ﬂ\\\@\\\J\\1mw@ﬂ\\\4\\\4\\mmwwn-\EWM\\\J\\%Q\\E\\\@\\WJ\\nm_
| | | 33 | & | | B &3 | g | o3| ®m T | pagS
o o o o
| | I 30 I I I 30 30 I I | 30
[ [ [ | [ [ [ = [
F=—=—=d====4 \m\f\\\+\\ﬂim_\ S -
[ [ [ [ [ [ [ [ [
[ [ [ 9 [ [ [ 3 R [ [ [ R
[ [ [ > [ [ [ o) =) [ [ [ )
I MV [ wm nlu_ - g — - - &
[ [ [ < [ [ [ < < [ [ [ <
| | | | | | | | |
T T T *v T T T m@ w¥u T T T *V
| | OO | | | S)=! oo ,- | | 9)=!
#\\\@\\4\\%%\\i\\E@\\\J\\%m wn\\qwﬁ_.\\4\\ﬁ4\\m.%
| | | RS | | g9 So | | | =R
| | I 30 I I I 36 36 I | | 30
[ [ [ [ # [ [ [ [
beo—d===d=4d - - — 4 — ===
[ [ [ [ [ [ [ [ [
[ [ [ Q0 [ [ [ V] % [ [ [ N
[ [ [ 0 [ [ [ o w [ [ [ 5
,\\\%\\\T\ > [ I S T - - —_ | W
| | M | | | - | | | -
| | | | | | < < | | | <
T T T *u T T T *v w@ T T T *o
, , - |eol & @ I |®o oo jl L oo
\\@H\EA\\\J\\EN\\E\\\ \\@j\\%w I &m\\@\\\E\\\J\\m%
, , S , B |58 & |33 , , gs
[ [ [ 36 [ [ [ 30 [ 36 [ [ [ 30
[ [ [ [ [ | [ [ [ [
T - A & F—t+———+ — — — 4 — 4
[ [ [ [ [ [ [ [ [ [
| | | A | | | Q | | | | b
I\ © o
I I I =) I I I % I B I I I o
[P B I [ F [ = [ S
| | | M | | | M | p | | | M
| | | | | | | | | |
T T T * T T T @ T *v T T T *u
| | | (S]] | \,\ | o0 | a0 | | | o0
E\\A\\@mﬂ\\&n\\ B - -71-1s5g o gg - =g - -7 28g
| | B3 m@ | | do ! g | | , S°
o o o . o
| | I 30 I | I 36 I 36 I | I 36
[ [ [ [ [ [ [ [ L &
F—t+———+ — — — 4 — 4 F—+———+—-=—=+4—-- —+ T
[ [ [ [ [ [ [ [ [ [
[ [ [ 9 [ [ [ o [ 9 [ [ [ o
[ [ [ S5 | [ [ N [ = [ [ [ ~
o - _ | @ ®____,____,_|u | — [ T
H L 0] SiE _
[ [ [ [ [ [ = [ [ [ [ = [ [ [
< < < <
| = nr s | — nw T | | | = nr s | — nw T |
Q Q Q Q Q o
§88§8 §8 8§88 3 § 88§88 §8 8§88

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

60 120 180 240 300 0
¥ Accessible

Unfavourable

Chi-1 (degrees)

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

60 120 180 240 300 0
ps

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

60 120 180 240 300 0

Data points coloured according to G-factor:

ov
Gf

0

SGR209C NMR em bcr3 09 enschlch2



Page 2

cv 0.300(® 3

Gf-0.70 O

-
®,

A ASP 60

cov 0545 P ¥
|
|
5]
1
L

Gf 0.20 O
T
|
L
|
|
|
@%7
|
|
_m@ _
|
|
w0.002D®
CvO.ZSSQ%

Gf 042 O

Gf 0.84 O
cv 0581 ¥
Gf-077 0

&
[

[

[

[
5
N
2

|

|

|

|
,,,+,,@,,

|

|

|
=== =4

|

|

[
[
[
[
I
[
[
[
[
[
A GLU 65
I
[
[
[
[
[
[
[
A ASN 86
I
[
[
[
[
[
[
[
\
=

(20 models)**

ov 0475 (P ¥

Gf-0.17 0

A ASN 58

ALEUT70

I

|

|

|

0

|

|

|
S

|
AARG 77

GF-029 00

cv 0290 %

Gf-0.22 0

v 03783 %

Gf-0.15 0

T
|
— @, 41
|
|
|
A — - —
|
!
|
!
|
w0140D %
ov 0.352(Y ¥

Gf-0.61 0

120 180 240 300 O 60 120 180 240 300 360

T
|
S
|
|
|
®---m - - -
|
|
|
L o
|
|

A ILE 85

cv0.198(® ¥

Gf 011 O

A ARG 57

[
[
[
[
I
[
[

‘IE
e
[

ALYS64

Gf-0.67 0
[

[

[

[

[

[

[
—L-r=-=4

[
A ARG 69

I

[

[

[

0

[

[

[

T

[
ATYRT76

Gf 0.25 O

|
|
|
=qk=F===
|
60

60 120 180 240 300 O

v 04283 %
v0.161> ¥
ov0.164 %
[
|

Gf 0.08 O

ov 0.176 ) ¥
Gf 071 0
T
[
m'r_m
[
[

[ R
T

A MET 63

I

|

|

|
A ARG 68

I

|

|

|

i

|

|

|

|

|
ALEUT75
A PHE 84

ov0.229(® %

Gf 0.56 O

Ensemble chi1-chi2 plots

A GLN 55

T
|
|
|
|
i
=
|
|
|
1
|
|
T

cov0.001(D ¥
Gf-0.11 O
ov 0.004(D®
Gf 0.02 O

cv0.246 (B %

Gf 027 0

cv0.349 (Y %
Gf 047 0

|

=]

- - — 4+ - - — 4 - 1

T
|
- tg
|
|
|
|
Lo
|
;
60 120 180 240 300 O

|

l
@

|

|

|

AILEG61
A PHE 66
]

[

[
ALYST72
ALYST78

]

[

[

SGR209C NMR em bcr3

PROCHECK-NMR

300+ - ————
240+

180+ —

120+

60+ —

300+ —

240+

180+ —

120+

** Selected residues only

¥ Accessible & Buried

Unfavourable

Chi-1 (degrees)

.ps

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

ov
Gf

SGR209C NMR em bcr3 09 enschlch2



Page 3

wv0149® ¥
Gf 0.04 O

A LEU 92

(20 models)**

wv0434Y %

Gf 0.00 O

A GLU 91

cov0.002(D®

Gf 031 O

A LEU 90

cv 0533P %
Gf-0.30 O

Ensemble chi1-chi2 plots

A ARG 88

SGR209C NMR em bcr3

PROCHECK-NMR

o
T T 9 T T T " T T T » T T T » 8
I [ on [ L [ o0 [ [ [ on [ [ [ oo o
ﬂ\\\n@\\\J\\mn\\ﬂ\\\r__\\\J\\mmwwﬁ\\\A\\\\mﬂwwmawwﬁ\\\A\\\J\\%M\\ rQ
[ [ [ 3 [ [ [ Mm. [ | mm. | | | 53 o
[ [ 30 [ [ [ 306 [ [ [ 30 [ [ [ 35 S
| *ﬁ | | | | | | mu | | | o
EE - ——— Lt =4d - - - g - B R L= )
| | | | | | ~ | = | | | | N
N
[ [ [ ~ [ [ [ S [ [ [ = [ [ [ & S
I I I © I I I =) I I I I I I 5 =
w o
I T l= = = =l= = = =& — ||| l====l= === — | s el = | l====l===UL_|8 -
[ [ [ = [ [ [ © [ [ [ [ [ [ < ©
| | | < | | | < | | | < | | | < o
T T T % T T T * T T T *u T T T %
[ | [ rols! [ [ [ a0 = [ [ o)s! [ [ [ oo
- ] I _ ] - S I L ommr — — + — — ] L L
i & = 59 i T cE 55 & EE & N ey T B/ 23 m
I I I S+ I I I 2 o I I I No I I I So
= S sz < < nAUw
[ [ [ 36 [ [ [ 30 [ [ [ 30 [ [ [ 30 S
‘= = | B | 8 Ry | I @ | | | o
T@r@\g\\\ﬂ\\ SN0 M F - - - —E - - - Lttt ===2 =4 L — - 42
[ [ [ [ [ [ [ [ [ [
© — I o
! = & L
” R ” = ” - ” = ~
%) 2 x )
e | = S T O | lg — - — — 1 | > Il - - — — | m — L
| | | AHn | | | o & | | M | | | M 8
| | | | | | < | | | | | | o
T T T *v T T T * T T T * T T T %
[ [ [ o0 [ [ [ a0 [ ! [ oo [ [ [ oo o
LR e 1 L T -1 | = R i A 2 | A i 1) N S
| | | NS | | | 23 | | 2a | | | So
S 7l m s> s2 =
[ [ [ 36 [ [ = 35 [ [ 36 = [ [ 35 N
[ [ [ [ [ j [ | [
B
T\\\+\\\@\\ -+ \@\\ M P . . \\T\\ﬁ@\\\L\\ L — -m
[ [ [ [ [ 0 [ [ [ [ [
o
[ [ [ 9 [ [ =1 [ [ [ m [ [ [ g -m
[ [ [ o [ [ 10 [ 5 [ » [ [ [ 5
[P ) [ - & ,\\\F@\\FT\ > - — - —— | O -2
Gt ©
| | | M | | M | , | M | | | M
| | | | | | | | | | | | o
T T T w@ T T T % T T T % T T T *v
[ - [ on [ [ [ on [ @ [ o0 [ , [ on o
@\\\ﬂ\\\J\\%%\\ ST aTggl T T \\iJ\\%ﬁ\\@\\\@r\\J\\mm\\ rQ
| | S ey | &= So| | | So| ! B |3 =
” ” S I 1w %7 | e <
T\\\@\\@@\\ L=t ====4 e e I N e L= -o100_
[ [ [ [ [ [ [ [ [ o [ [ [ o
S < L
[ [ [ S [ [ [ 8 [ [ [ g [ [ [ 5, R
[ [ [ w [ [ [ S [ [ [ =z [ [ [ H
S A - - - — — | m (NS TR [ o - — | 3 I Fe
©
| | W | | | Mn_ | | | Mun | | | p: |
| | | | | | | | | | | | o
2 9 © o S 9 8 8 g 9 o o o S 2 g 8 9 o o
& 3 8 © ® & 83 8 © ® S 8 © 8 & & § © ©

8
8) 240+
=2
o
=
O

** Selected residues only

¥ Accessible & Buried

Unfavourable

Chi-1 (degrees)

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

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:

ov
Gf

SGR209C NMR em bcr3 09 enschlch2



PROCHECK-NMR

Ensemble chil-chi2
SGR209C NMR_em bcr3 (20 models)**

plots

Page 4

Unfavourable

0.001 0.236 0.394 0553
ALEU1ZT ool SY AAsp120 AR TT AGINIEL  aowm* aclu1z  SoRd*
T T T T T T T T
| | om By | I | |
300-77‘****T***ﬂ*”*r***T***Eﬁ*”*‘****T'*@*”*@****T*****
| | | | | | | |
240+ : | | : | | : | I : I I
[ [ [ [ [ [ | [
[ [ [ [ .
1804+ — — — — — +t-—--@B- 1+ T — - fe==d=g=r=== Fe==d=gp=c=== - - - @\
S e s e it Sl I
1204 | I I | I I | I I ‘ I I
| | | | | |
R i SRR T e S E e o
‘ | | ‘ | | ‘ | | ‘ | |
0515 0.391 0.367 0.449
— ATYR133 N0 DE A ASP135 O % A TYR136 N0 A PHE 137 qoede
T T T T T T T T
[ [ L [ [ [ [
8l Log w | ol ]
— ‘ = | | ‘ ol - [ @
8)240- : | | | : | | : | |
[ [ [ [ [ [ [
© 81 - - - ] N
— : [ [ [ : [ [ : [ [
o 1204 ‘ [ [ [ ‘ [ [ ‘ [ [
1 I Ueam ! ! I ] ‘ | @
. — 60"7T777i7‘47’ s b R S Hoa L _E
e ‘ | [ [ ‘ | [ ‘ [ [
O ! ! ! ! ! ! !
0.201 0.282
AGLULY  aewST AGLULO  oong™
T T T T
[ [ [ [
3001 —m T B -1 @ T~~~ 71—
| | : | |
240+ ‘ | | ‘ | |
[ [ [
1801 G- - -+ 77%777%777+77777
'I [ [ ‘ [
1204 ! w ‘ \ m
| | | |
60-7717777477747777%7774777477
[ [ [ [
‘ ‘ ‘ ————
0 60 120 180 240 300
cv = Circular Variance (low vaues 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:

SGR209C_NMR_em_bcr3_09_enschlch2.ps

** Selected residues only




