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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:

Unfavourable

LKR112 R3Cons em bcr3 08 ensramach.ps

** Selected residues only




PROCHECK-NMR

Ensemble Ramachandran

plots

Page 2

LKR112 R3Cons em bcr3 (20 models)**

0.027 0.058 0.046 0.001
AHIS27 O e ® ALYS28 O D ¥ AGLY 29 O O * AASN30 At
L L ol . 1 L i
1204 4 7 7@ L - = = o L
1 1J. [ ‘LE
60 1
ol A T s T s T e
-60-
-120+
]
ov0.001(D % o 0.000(D % o 0.000(D % ov0.000(D %
A GLU 31 cf-07sm  AGLN32 cf-0a7o A PHES3 ct-0060 ATHR34 Gf 0270
. L o ‘B ) : 1
1201 @ 7 Lo . _@
60
o [ S IS S
-604 il Sl i T |
-120-
0.001 0.005 0.080 0.026
AILE35 YooY ALYS36 s ® AGLN 41 A e ® ATYR42 oo
— ‘ ‘ @ L @@éﬁu @a
44 L L o L
§ 120 @ o 4 L
. 601
8) o | (A S N (N O
©
N’ -609 = ] =2__| T L
E -120-
v 0003(D% o 0.003(D % o 0.001(D® ov0.000(D %
ci-0s1m  ALEU44 Gf-0.25 O Gf-028 O Gf-075 0
1204 ! : =
60 1
ol A T s T s T
-60-
-120+
ov0.001(D ¥ ov 0034 (D % o 0.009(D) % v 0001(D®
A VAL 47 cf o510 AASP48 cf-o718  AARGS1 Gf-0430 AILES2 Gf-0.66 O
1‘1 & ! “w " ‘ @\ !
1 B b~ 7 L &
60
o [ S IS S
-604 il Sl i T |
-120-
-180 T T T T T T T T T T T T T T T T T T T T
-180-120 -60 0 60 120 -180-120 -60 0O 60 120 -180-120 -60 O 60 120 -180-120 -60 O 60 120 180

Phi (degrees)

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

LKR112 R3Cons em bcr3 08 ensramach.ps

** Selected residues only




PROCHECK-NMR

Ensemble Ramachandran

plots

Page 3

LKR112 R3Cons em bcr3 (20 models)**

0.003 0.001 0.000 0.002
A ARG 53 NOOBO® A ILES4 00O )\ Lysss X000 A GLUS6 yoo20) %
& 3 - 3 - &
1204 ~ b W R
60 -
e T S S
60- . ]
-120
cv 0.009@ % cv 0.019 @ * cv 0.025@ % cv 0.004@ *
A ASP57 Gf-073 0 cf-137m A SERS9 Gf-0180 A PRO G0 Gf-0.18 O
I—@ = p—y T =
120-11 b % ‘
60 -
o] A %
604 _ _
-120
L8
A ASP61 NO0000 0% A GLN 62 NO0EOE A VAL 63 No0OE A GLY 64 PRI
] = : - : - : —
§ 1204 ! B B
| - 60' %
= R . T N R I
©
N’ -60 1 |
E -120
0.000 0.000 0.001 0.007
A VAL 65 YOO A LyS6s X000 A MET 67 OO A GLY 68 Y 000T0 %
120] & L L i
60 -
o R R T
& ‘- L L
-60 @
-120 5
0.003 0.002 0.028 0.012
A TRP 69 QOEOE A Lys70 N00ROY A SERTL NOLBOY A LysT Y0020
120_ ‘n . @}] }»11@ ) o LHL . 7;;4:]
60 -
,,,,,,,,,, - e | -
604 _ EERN
-120
-180 T T T T T T T T T T T T T T T T T T T T
-180-120 -60 O 60 120 -180-120 60 O 60 120-180-120 60 O 60 120-180-120 60 O 60 120 180

Phi (degrees)

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

LKR112 R3Cons em bcr3 08 ensramach.ps

** Selected residues only




PROCHECK-NMR

Ensemble Ramachandran
LKR112 R3Cons em bcr3 (20 models)**

plots

Page 4

Phi (degrees)

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
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