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Data points coloured according to G-factor:

Phi (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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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

SGR145 R3Cons em_bcr3 08 ensramach.ps

** Selected residues only




PROCHECK-NMR

Ensemble Ramachandran

plots

Page 4

SGR145 R3Cons em bcr3 (20 models)**

0.007 0.007 0.012 0.005
A ASP 87 SO0 ¥ A PHE 88 YOO A ASP8O X020 A ILE90 YO0
1204 & % e b
60 -
N -~ - | =~ 0
@ L L L 1
-60 1
-120-
0.007 0.002 0.002 0.005
AVAL 91 NOTOE A ALA 92 X0020% A ASPO3 NOOROE A ALA 04 aone*
120- %
60 -
o &~ | I Lo | d i
@IL [@ 1, “*F@ 3
'60_ ,,,,, 71,,,41 ‘171,,,4 Lt’* ,,,,,
-120-
0.035 0.023 0.024 0.001
ATRP95 G00BD¥ A GLU % Q00 O% N GLY 9 XY A ILESS AT
Py T ‘ 1 iﬁ 1 L
§ 120408 : ~ I @ S
. 601
= R e
N 604 = ! S S
E -120
L[]
0.004 0.008 0.012 0.023
A VAL 99 2000 A SER 100 Y000 A ILE101 20020 ) pHE 102 YOO
1201 By . s ! @]ﬁ; o
60 -
I O N B
-601
-120-
cv 0.029 @ @ cv 0.025 @ % cv 0.005 @ % cv 0.001 @ %E
cf-0060  AHIS104 Gf -0.68 O cf-0420 A PRO106 Gf 0310
r : - : =
1204 "
60 -
- I T I T
604 _ SRR
-120-
-180 T T T T T T T T T T T T T T T T T T T T
2180120 60 0 60 120 -180-120 -60 O 60 120 -180-120 -60 O 60 120 -180-120 60 O 60 120 180

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

Phi (degrees)

¥ 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

SGR145 R3Cons em_bcr3 08 ensramach.ps

** Selected residues only




PROCHECK-NMR

Ensemble Ramachandran
SGR145 R3Cons em bcr3 (20 models)**

plots

Page 5

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

Phi (degrees)

¥ Accessible

& Buried

0.001 0.000 0.001 0.002
A SER 107 YOO * ) SER 108 X000 A LEU 109 NOMO¥ pARG110  SORO®
120] & L L i
60 -
o S T
-60- @
-120-
0.001 0.003 0.003 0.002
A GLN 111 Q00D ¥ A GLN 112 NOOBO¥ A LEU 113 NOOBO® A TYR 114 0000
1204 b B B
60 -
- I S N i s
0] e @ )
-120-
0.000 0.001 0.001 0.000
APRO1IS oo S ® ALysiie Nom ST AVAL1I7T  NomE T ATYR1I8  aima
L‘ - T S T o T 1‘
§ 1204 - B o
. 601
o of ] @ """ R
©
N— 604 = ‘i @
E -120
0.001 0.019 0.006 0.019
A GLN 119 YOO % A GLY 120 YOO A LEU 121 N0 A Lys122 YO0
L‘ a1 L‘ 1 L‘ 1 :‘ @@]
1204 - L o . |
60 -
BRI
e 4 b 4
-60 1 = | |
-120-
0.001 0.003 0.006 0.001
A PRO 123 N0 OS A GLY 124 NOEOY A GLY 125 NO0XOY A VAL 126 G000
L ‘ i L g ‘11 L &
120 . 7@ o L . A7 L11 ] J‘,;‘
60 -
- I S g | o | 4
604 _ SRR
-120-
-180 T T T T T T T T T T T T T T T T T T T T
2180120 60 0 60 120 -180-120 -60 O 60 120 -180-120 -60 O 60 120 -180-120 60 O 60 120 180

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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Data points coloured according to G-factor:

Unfavourable

SGR145 R3Cons em_bcr3 08 ensramach.ps

** Selected residues only




PROCHECK-NMR

Ensemble Ramachandran
SGR145 R3Cons em bcr3 (20 models)**

plots

Page 7

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

Phi (degrees)

¥ Accessible

& Buried

0.001 0.000 0.000 0.000
A GLU 154 N OO % A THR 155 NO0OE A LEU 156 X000 A GLN 157 Y0000 %
120] & L L i
60 -
I O N B
-60- w8
-120-
0.001 0.003 0.001 0.003
A SER 158 G000 O* A GLU 159 NOOBOE N LEU 160 NOUO® A PRO 161 G000 %
1204 b B L
60 - @
04 I "1111 , rrrrr "1111
L @y L L 8g
-60 i -l
-120
A SER 162 a000O® A LEU 163 XOMOY A ASN 164 NOMO¥ A TRP165 Y000
1204 - L @ 1, @
. 601
8) o | (A S N (N O
©
~ -60{ _ S
E -120
0.002 0.000 0.001 0.008
A LEU 166 Y0020 N ILE 167 YO0 A ALA 168 NONOE A ASN 169 Y0060 ¥
1201 } } } }@
60 - &
N~ " |~ s | s
S L 4 . 4
-60 1 1l | | |
-120-
0.001 0.003 0.003 0.009
A ASN 170 G0 D¥ A LEU1TL NONEOX A GLU 172 NOOCOX A ARG 173 00000 %
| - | 3 | 3 | -
12015 g, Lo LS %
60 -
- I T I T
604 _ SRR
-120
-180 T T T T T T T T T T T T T T T T T T T T
2180120 60 0 60 120 -180-120 -60 O 60 120 -180-120 -60 O 60 120 -180-120 60 O 60 120 180

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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