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The following versions of software and data (see references (1)) were used in the production of this report:

MolProbity : 4.02b-467

Mogul : 1.8.5(274361), CSD asb41be (2020)
Xtriage (Phenix) : 1.13
EDS : 2.36

buster-report : 1.1.7 (2018)
Percentile statistics :  20191225.v01 (using entries in the PDB archive December 25th 2019)
Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.36
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 1.84 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value
Rfrec I 0.180
Clashscore I 0 -
Ramachandran outliers T 0 D 0.2%
Sidechain outliers I | D 1.0%
RSRZ outliers [T 0.9%
Worse Better

I Percentile relative to all X-ray structures

[] Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
R free 130704 1003 (1.86-1.82)
Clashscore 141614 4233 (1.86-1.82)
Ramachandran outliers 138981 4185 (1.86-1.82)
Sidechain outliers 138945 4186 (1.86-1.82)
RSRZ outliers 127900 3957 (1.86-1.82)

The table below summarises the geometric issues observed across the polymeric chains and their
fit to the electron density. The red, orange, yellow and green segments of the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria respectively. A grey segment represents the fraction of residues that are not modelled.
The numeric value for each fraction is indicated below the corresponding segment, with a dot
representing fractions <=5% The upper red bar (where present) indicates the fraction of residues
that have poor fit to the electron density. The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
1 A 475 < 87% 11%
1 B 475 L 83% 15%
1 C 475 < 83% 14%
1 D 475 L 86% 12%
1 E 475 L 84% 13%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
1 F 475 85% 12%
1 G 475 L 85% 13%
1 H 475 : 84% 13% -
1 S 475 83% 14% .
1 T 475 L 83% 14% ..
1 U 475 L 82% 16%  «»
2%
1 \Y 475 = 83% 15% .-
1 W 475 : 84% 14% ..
1 X 475 L 84% 14% ..
1 Y 475 L 80% 17% ..
1 7 475 85% 12% ..
2 1 140 £ 80% 18% B
2 2 140 £ 78% 21% .
2 3 140 : 76% 21% B
2 4 140 L 83% 16% -
2 5 140 83% 16% -
2 6 140 81% 19% .
2 7 140 L 84% 15% .
2 8 140 79% 19% B
3%
2 I 140 83% 16% -
2 J 140 IA) 76% 22%
2 K 140 76% 21%
2 L 140 .A 80% 18%
2 M 140 G 77% 23%
2 N 140 : 82% 16%

Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
2 O 140 83% 17%
%
2 P 140 . 79% 20%
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2 Entry composition (i)

There are 6 unique types of molecules in this entry. The entry contains 87087 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms.

e Molecule 1 is a protein called Large subunit of Rubisco.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 468 3646 2306 641 675 24 0 0 0

Total C N O S
1 B 467 3637 2300 639 674 24 0 0 0

Total C N O S
1 C 466 3632 2297 638 673 24 0 0 0

Total C N O S
1 b 467 3637 2300 639 674 24 0 0 0

Total C N O S
1 b 465 3628 2205 637 672 24 0 0 0

Total C N O S
1 F 465 3628 2205 637 672 24 0 0 0

Total C N O S
1 G 466 3632 2297 638 673 24 0 0 0

Total C N O S
1 H 468 3646 2306 641 675 24 0 0 0

Total C N O S
1 S 465 3628 2205 637 672 24 0 0 0

Total C N O S
1 T 466 3632 2297 638 673 24 0 0 0

Total C N O S
1 U 469 3663 2310 642 677 24 0 0 0

Total C N O S
469 3663 2310 642 677 24 0 0 0

A%
Total C N O S
1 . 466 3632 2297 638 673 24 0 0 0

Total C N O S
1 X 466 3632 2297 638 673 24 0 0 0

Total C N O S
1 Y 465 3628 2295 637 672 24 0 0 0

Total C N O S
L z 466 3632 2297 638 673 24 0 0 0
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There are 96 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 46 PRO LEU | SEE REMARK 999 | UNP P00&77
A 104 HYP PRO modified residue UNP P00877
A 151 HYP PRO modified residue UNP P0O0877
A 201 KCX LYS modified residue UNP PO0O877
A 256 SMC CYS modified residue UNP P0O0877
A 369 SMC CYS modified residue UNP P00877
B 46 PRO LEU | SEE REMARK 999 | UNP P00&77
B 104 HYP PRO modified residue UNP P00877
B 151 HYP PRO modified residue UNP P00877
B 201 KCX LYS modified residue UNP P0O0O877
B 256 SMC CYS modified residue UNP P0O0O877
B 369 SMC CYS modified residue UNP PO0O877
C 46 PRO LEU | SEE REMARK 999 | UNP P00&77
C 104 HYP PRO modified residue UNP P00877
C 151 HYP PRO modified residue UNP P00877
C 201 KCX LYS modified residue UNP PO0O0O877
C 256 SMC CYS modified residue UNP P0O0877
C 369 SMC CYS modified residue UNP P00877
D 46 PRO LEU | SEE REMARK 999 | UNP P00877
D 104 HYP PRO modified residue UNP P0O0O877
D 151 HYP PRO modified residue UNP P00877
D 201 KCX LYS modified residue UNP P00877
D 256 SMC CYS modified residue UNP PO0O0O877
D 369 SMC CYS modified residue UNP PO0O0O877
E 46 PRO LEU | SEE REMARK 999 | UNP P00877
E 104 HYP PRO modified residue UNP P0O0O877
E 151 HYP PRO modified residue UNP PO0O877
E 201 KCX LYS modified residue UNP P00877
E 256 SMC CYS modified residue UNP P00877
E 369 SMC CYS modified residue UNP PO0O0O877
F 46 PRO LEU | SEE REMARK 999 | UNP P00877
F 104 HYP PRO modified residue UNP P0O0O877
F 151 HYP PRO modified residue UNP P00877
F 201 KCX LYS modified residue UNP P00877
F 256 SMC CYS modified residue UNP P00877
F 369 SMC CYS modified residue UNP P0O0877
G 46 PRO LEU | SEE REMARK 999 | UNP P00877
G 104 HYP PRO modified residue UNP P00877
G 151 HYP PRO modified residue UNP P0O0877
G 201 KCX LYS modified residue UNP P00877
G 256 SMC CYS modified residue UNP P00877
G 369 SMC CYS modified residue UNP P00877

Continued on next page...
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Continued from previous page...

Chain | Residue | Modelled | Actual Comment Reference
H 46 PRO LEU | SEE REMARK 999 | UNP P00&77
H 104 HYP PRO modified residue UNP P0O0O877
H 151 HYP PRO modified residue UNP PO0O877
H 201 KCX LYS modified residue UNP P00877
H 256 SMC CYS modified residue UNP P0O0O877
H 369 SMC CYS modified residue UNP P00877
S 46 PRO LEU | SEE REMARK 999 | UNP P00&77
S 104 HYP PRO modified residue UNP P00877
S 151 HYP PRO modified residue UNP PO0O0877
S 201 KCX LYS modified residue UNP P00877
S 256 SMC CYS modified residue UNP P00877
S 369 SMC CYS modified residue UNP P00877
T 46 PRO LEU | SEE REMARK 999 | UNP P00&77
T 104 HYP PRO modified residue UNP P00877
T 151 HYP PRO modified residue UNP P00877
T 201 KCX LYS modified residue UNP PO0O0O877
T 256 SMC CYS modified residue UNP P00877
T 369 SMC CYS modified residue UNP PO0O877
U 46 PRO LEU | SEE REMARK 999 | UNP P00&77
U 104 HYP PRO modified residue UNP P00877
U 151 HYP PRO modified residue UNP P00877
U 201 KCX LYS modified residue UNP PO0O0877
U 256 SMC CYS modified residue UNP PO0O0877
U 369 SMC CYS modified residue UNP P00877
A% 46 PRO LEU | SEE REMARK 999 | UNP P00877
A% 104 HYP PRO modified residue UNP P00877
A% 151 HYP PRO modified residue UNP P00877
A% 201 KCX LYS modified residue UNP P00877
Vv 256 SMC CYS modified residue UNP P0O0O877
\% 369 SMC CYS modified residue UNP P0O0877
W 46 PRO LEU | SEE REMARK 999 | UNP P00877
W 104 HYP PRO modified residue UNP P00877
W 151 HYP PRO modified residue UNP P00877
W 201 KCX LYS modified residue UNP P00877
W 256 SMC CYS modified residue UNP P00877
W 369 SMC CYS modified residue UNP P0O0877
X 46 PRO LEU | SEE REMARK 999 | UNP P00877
X 104 HYP PRO modified residue UNP P00877
X 151 HYP PRO modified residue UNP P00877
X 201 KCX LYS modified residue UNP P00877
X 256 SMC CYS modified residue UNP P00877
X 369 SMC CYS modified residue UNP P0O0O877

Continued on next page...
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Continued from previous page...

Chain | Residue | Modelled | Actual Comment Reference
Y 46 PRO LEU SEE REMARK 999 | UNP P00877
Y 104 HYP PRO modified residue UNP P00877
Y 151 HYP PRO modified residue UNP P00877
Y 201 KCX LYS modified residue UNP P0O0877
Y 256 SMC CYS modified residue UNP P00877
Y 369 SMC CYS modified residue UNP P00877
V4 46 PRO LEU SEE REMARK 999 | UNP P00877
7 104 HYP PRO modified residue UNP P0O0877
Z 151 HYP PRO modified residue UNP P00877
Z 201 KCX LYS modified residue UNP P0O0877
7 256 SMC CYS modified residue UNP P00877
Z 369 SMC CYS modified residue UNP P0O0877
e Molecule 2 is a protein called Small subunit of Rubisco.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 I 140 1145 739 191 204 11 0 0 0
Total C N @) S
2 J 140 1145 739 191 204 11 0 0 0
Total C N O S
2 K 140 1145 739 191 204 11 0 0 0
Total C N O S
2 L 140 1145 739 191 204 11 0 0 0
Total C N O S
2 M 140 1145 739 191 204 11 0 0 0
Total C N O S
2 N 140 1145 739 191 204 11 0 0 0
Total C N O S
2 0 140 1145 739 191 204 11 0 0 0
Total C N O S
2 P 140 1145 739 191 204 11 0 0 0
Total C N O S
2 1 140 1145 739 191 204 11 0 0 0
Total C N O S
2 2 140 1145 739 191 204 11 0 0 0
Total C N O S
2 3 140 1145 739 191 204 11 0 0 0
Total C N O S
2 4 140 1145 739 191 204 11 0 0 0
Total C N O S
2 g 140 1145 739 191 204 11 0 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 6 140 ?iﬁla; 7?9 1151 2(34 181 0 0 0
2 7 140 ?iﬁla; 7?9 11;)]1 2(34 181 0 0 0
2 8 140 ?iﬁla; 7?9 11;)]1 2(34 181 0 0 0

There are 16 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
I 1 MME MET | modified residue | UNP P08475
J 1 MME MET | modified residue | UNP P08475
K 1 MME MET | modified residue | UNP P08475
L 1 MME MET | modified residue | UNP P08475
M 1 MME MET | modified residue | UNP P08475
N 1 MME MET | modified residue | UNP P08475
O 1 MME MET | modified residue | UNP P08475
P 1 MME MET | modified residue | UNP P08475
1 1 MME MET | modified residue | UNP P08475
2 1 MME MET | modified residue | UNP P08475
3 1 MME MET | modified residue | UNP P08475
4 1 MME MET | modified residue | UNP P08475
5 1 MME MET | modified residue | UNP P08475
6 1 MME MET | modified residue | UNP P08475
7 1 MME MET | modified residue | UNP P08475
8 1 MME MET | modified residue | UNP P08475

e Molecule 3 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

3 A 1 Total Mg 0 0
1 1

3 B 1 Total Mg 0 0
1 1

3 C 1 Total Mg 0 0
1 1

3 D 1 Total Mg 0 0
1 1

3 B 1 Total Mg 0 0
1 1

3 F 1 Toltal N{g 0 0

Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

3 G 1 Total Mg 0 0
1 1

3 0 1 Total Mg 0 0
1 1

3 g 1 Total Mg 0 0
1 1

3 T 1 Total Mg 0 0
1 1

3 U 1 Total Mg 0 0
1 1

3 v 1 Total Mg 0 0
1 1

3 W 1 Total Mg 0 0
1 1

3 X 1 Total Mg 0 0
1 1

3 v 1 Total Mg 0 0
1 1

3 Z 1 Toltal N{g 0 0

e Molecule 4 is 2-CARBOXYARABINITOL-1,5-DIPHOSPHATE (three-letter code: CAP)
(formula: CGH14013P2).

CAP
N
OH 3:5 D,_[H.}:’,.'L,.l_ ) \ t 5
wo—pP" 0 on ©
OH orHO P QOHoze
' o
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O P
4 A 1 21 6 13 2 0 0

Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
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IR I
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e Molecule 5 is GLYCEROL (three-letter code: GOL) (formula: C3HgO3).
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GoL
- OHos
C1 02
HO OH
O1 02

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 A 1 Togal g (; 0 0
5 A 1 TOGtal g (; 0 0
5 B 1 Toﬁ,tal g (; 0 0
5 B 1 Togal g (; 0 0
5 B 1 Togal g g 0 0
5 C 1 Togal g g 0 0
5 C 1 Toﬁtal g (33 0 0
5 D 1 Togal g (3) 0 0
5 | D 1 Tob,tal g (; 0 0
5 | E 1 Toﬁtal g g 0 0
5 | E 1 Toﬁtal g (; 0 0
5 | E 1 Toﬁtal g (; 0 0
5 | F 1 Togal g (; 0 0
5 | F 1 Togal g (3) 0 0

Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
! 1 Toﬁtal g (; 0 0
5 | a 1 Togal g (?3 0 0
5 | a 1 Togal g (3) 0 0
5 | H 1 Togal g (3) 0 0
5 H 1 Togal g (3) 0 0
5 H 1 Togal g (; 0 0
5 S 1 Toﬁtal g (; 0 0
5 S 1 Togal g (; 0 0
5 S 1 Toﬁtal g (; 0 0
5 T 1 Toﬁtal g (; 0 0
5 T 1 Toﬁtal g (; 0 0
5 U 1 Togal g (; 0 0
5 U 1 Togal g (3 0 0
5 \% 1 TOGtal g (; 0 0
5 v 1 Toﬁ,tal g (; 0 0
5 W 1 Togal g (; 0 0
5 W 1 Togal g (; 0 0
5 X 1 Togal g (; 0 0
5 X 1 Toﬁtal g g 0 0
5 X 1 Toﬁtal g (:,3 0 0
5 Y | Toﬁtal g (3) 0 0

Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 Y 1 Toﬁtal g (; 0 0
5 Y 1 Toﬁtal g (?3 0 0
5 7 | Togal g (3) 0 0
5 7 | Togal g (3) 0 0
5 Z 1 Togal g (3) 0 0
e Molecule 6 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 A 459 Tf;gl 429 0 0
6 I 172 Tlog‘l 1?2 0 0
6 B 406 Tfotgl 486 0 0
6 ] 170 Tlo;gl 1?0 0 0
6 C 478 ngl 4(7)8 0 0
6 K 187 Tf;;‘l 1(;7 0 0
6 D 480 Tf;gl 4(50 0 0
6 L 186 Tloggl 126 0 0
6 E 463 1}6? 4(6)3 0 0
6 M 181 1;0;?1 121 0 0
6 F 450 Iggl 420 0 0
6 N 186 Tloggl 126 0 0
6 G 466 i)ggl 426 0 0
6 0 179 Tlo;gl 1(7)9 0 0

Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 | H 452 1};;1 4(5)2 0 0
6 p 200 1;0531 2(30 0 0
6 S 425 1};5&1 4(2)5 0 0
6 1 173 110;??1 1(7)3 0 0
6 T 426 1};21 4(2)6 0 0
6 2 173 Ti()?tgl 1(7)3 0 0
6 U 427 1};?1 4(2)7 0 0
6 3 170 Tlo;gl 1(7)0 0 0
6 | v 456 Tf;gl 426 0 0
6 4 174 Tlo;jl 1? , 0 0
6 W 421 sztfl 421 0 0
6 5 174 Tf;jl 1(; \ 0 0
6 X 450 Tf;gl 4(30 0 0
6 6 146 Tloigl 1(26 0 0
6 Y 426 1}521 4(2)6 0 0
6 7 184 110;21 1(5 \ 0 0
6 Z A74 1};21 4(7) i 0 0
6 8 185 110;;1 125 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the
second graphic. The second graphic shows the sequence view annotated by issues in geometry and
electron density. Residues are color-coded according to the number of geometric quality criteria
for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more.
A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2
or more consecutive residues without any outlier are shown as a green connector. Residues present
in the sample, but not in the model, are shown in grey.

e Molecule 1: Large subunit of Rubisco
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%
Chain B: & 83% 15% .

P176
K177
|

||||||.
Gio ©
K18
|
Y24
|
R32
|
L37
|
A59
E60
|
T63
o4
T65
w66
|
E88
P8
Vo0
Yo7
198
|
P104
|
E110
|
F127
|
R134
|
R139
|
T147
|
P151
|
E158
|
G168
|
K175

o Py N~ o N~ © d o ©O I~ oo} 0 'e} o ~ 0 D Ed [l w0 N~ 09 o0 © — < w0 0 - N
- N N N N N N N a N o0 « a2 o 0 o o [22] 3] [32) a2 Mmommn o0 o S < & < <+ &
> B4 x < o = (& = < = o =l - == (& P = (& m = =< = [=} o < << ~m >
[
[Te} D N M N~ o o O - om <
< Sy < < < < & < & NA <
m (=2 = /| ©wn X = << O ==X B
e Molecule 1: Large subunit of Rubisco
%
Chain C: "
aln . 83% 14% ..
[ X )
=y o ~ < © [ N~ i 0 bl [Ted 0 w O~ wn o
oY NI O Fm I BN o FNo M- BN Eom @ o o B Be B @ @o mo ms ~ ~ o e
o N 2 w © © © © — ~ ~ -~ -~ — Rl — — — — — oo — —
M o< >~ < @ |2l = Mmoo 2% =] = ~ 5] ~ = %) =] £ >~ (& M oA > >
oo e W

M387
P388
E392
D396
Q401
w411
A414
P415

WO RLDWIDE

er

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#residue_plots

1IR2

Full wwPDB X-ray Structure Validation Report

Page 18

1SCO

Large subunit of Rubi

e Molecule 1

%

12%

86%

Chain D

6614

L6111

06TX

9.1d
SLTH

0LT1

S9TA

TSTd

LYTL

6€TY

veTd

8CTA
Le1d

[44 %]

8TTL

0oTTd

¥01d

181

093
68V

1S3

Eizl

i4ES

114

61d

6Y

€eva
CTEVN
Te7H

[s1474)]
1344

LIVY

STvd
i34

TTPM
1070

88ed
LBEW

S8EM

€8€H

18€D

SGed

TEEN
0geL

80€D

LBTH
962V

0621

28cI

€LTD

99CH

65cd

L2

LETD

0ETY

LgTH

T0CH

L

e Molecule 1

£9%%

1SCO

Large subunit of Rubi

%
B

13%

84%

Chain E

L0ZN
90T

T0TH
00TL

L6171

06TA

9.1d
SLTH

S9TA

TS1d

6ETYH

8CTTA
4214

TCIA

4174

701d

861

884

99M

094
65V

i)

(411

{49

14

6S¥0
TSTM
6ETY

€EVE
CEYN

6zvh

LI%Y

ST9d
Vivy

TToM
1070

S8EM

€8EH

78€D

LLEN

TvEA

Ll

TeEN
0geL

LTEH

SCEH

LBTH
962V

C6CH

0621

€.L2D

65cd

{4148

igacs
L¥%20

3

8ECH

pXaas

SLY1
YLvA

TLYL

89vd

1SCO

Large subunit of Rubi

e Molecule 1

12%

Chain F

06TA
LLTH
9L1d
SLTH
891D
TS81d

LPTL
oVTA

(44T
171d

6ETY

et

1214

(445

8TTL

()%

701d

S6N
v6a

99M

€91

093
65V

{41

i44S

114

YLV

€9)

€EVH
CEVN

6z7h

LT9Y

SThd
vivy

TO%h
96€d

88ed
LBEW

S8EM

€8EH

T8€D

6LES

TeEN
0gEL

SCeEH

S0€d

LBTH
962V

C6CH

Large subunit of Rub

0621

€L2D

99T

Ly2D

Ly

T0TH

LBTT

1SCO

e Molecule 1

%
B

13%

85%

Chain G

L6171
06TA
S8TA
LLTH
9.1d
SLTY
CTLID
891D

8974

2S1d

LYTL
6ETY
4214
(o) s
701d
960
99M
€9L

094
65V

0S8d
6¥%d

(411
49N

144

@ 6EVY
9EVa

€EVE
CEVN

6zvh

LIHY

STvd
4541

1070
96€d

88€d
LBEW

S8EM

€8EH

T8€D

O

R LDWIDE
PROTEIN DATA BANK

6LES

TeEN
0geL

SCEH

81¢€7T

LBTH
962V

€621
C6CH

0621

€.L2D

99T

it

yXaa's

14543

T0CH

W



1IR2

Full wwPDB X-ray Structure Validation Report

Page 19

SL¥1
YLV

TLPL

1SCO

Large subunit of Rubi

e Molecule 1

%
B

13%

84%

Chain H

T0TH

S6TD

06TA

S8TA

9.1d
SLTY

891D

2¢STd

LYTL

6ETY

8CTA
4214

017d

701d

861

£6d

884

99M

094
65V

i)

(41

YCh

STV
45’8

b

CTEVN
6z
LIPV
9T¥d
STvd
4544
60%H
107D
96€d

88¢ed
LBEW

S8EM

€8€H

6VEN

Sved

TvEA

8EEH

L

Teen
0geL

SCEH

81€T

LBTH
962V

€621
C6CH

06271

[4:1an

€29

992

L¥%20

pxaas

L0ZN
902A

L

® 6eWd
8EVY

e Molecule 1

9€VQ

€EVA

1SCO

Large subunit of Rubi

14%

83%

Chain S

L6TT

06TA

9.1d
SLTH

891D

8STH

TS81d

6ETYH

veTy

8TTA
1214

(445

8TTL

¥0Td

960

€64

06A

99M

093
65V

S7h

{41

i44S

j14:

CEVN
627
L1%Y
9T¥D
STvd
2544

0Tvd
60%H

TO%D
96ed
€6€1
68EY

88€d
L8EN

S8EM

€8EH

T78€D

9GEYN

Tven

8€€d

TEEA

0€EL

SCEH

S0€d

LBTH
962V

Z26CH

0621

€L2D

99T

L¥To

pkaas

ToTH

YLvM

TLPL

TO%A

TSPM

8vvY

ovvY

(4472

SEVY

€EVE

1SCO

Large subunit of Rubi

e Molecule 1

%
B

83%

Chain T

LETD

T0TH

6674

S8TA

9.1d
SLTY

891D

85Td

LYTL

cvid
Tv1d

6ETY

8CTA
4214

(44 %]
8TTL
orT1d
v01d
76a
99M
€91

094
65V

i)

YCA

e

01D

Seva
Tevd
91¥d
STvd
4544
TTVM
60%H
1))

96€d

G8EM

€8€H

T8€D

clLed

09€Y

6VEN

Shed

Tven

8eed
LEED

TEEA
0€eL

SCEH

90EN

20ea

L6TH
962V

CT6CH

0621

€L

99ZN

Gistact

L¥%20

SL¥T
YLV

TLyL

yova

09%d

TSYM

€eva
CTEVN

6Tvh

1SCO

Large subunit of Rubi

e Molecule 1

16%

82%

O

R LDWIDE
PROTEIN DATA BANK

W



1IR2

Full wwPDB X-ray Structure Validation Report

Page 20

L6171
06TA
LLTH
9.1d
SLTA
T9TH
8STH
€STH
TS1d
LYTL
6ETY
vETY

8CTA
1214

()%

¥0Td

861

S6N

884

99M

093a
65V

Svh

{41

i£4S

88ed
L8EN

S8EM

€8EH

T8€D

95ex

BYEN

sved

TveEA

8eed
LEED

TEEA
0€eL

SCEH

81€T

OTEH

80€D

L6TH
962V

C6CH

06271

€LTD

992N

€52d

L%2d

Praas

[4a

TeecA

454

102N
90TA

SLYT

+

e ¥ovd
€9P)

TSTM
0S¥

8VHY

Large subunit of Rub

iagt

eevd
TETN

[1474]

LIFY

e Molecule 1

STvd
4544

TIPM

107D

1SCO

15%

83%

2%
n

Chain V

90CA
T0CTH
LBT1
06TX
LLTH
9L1d
SLTH
891D

8GTd

93Th

2S1d

+

LYTL
6ETYH
veTY

82T
LeT4

(o) 9%
¥01d
00TA
884
LLT
€9L

094
65V

il

428

60VH
T0%0
96€Q

88€d
LBEW

S8EM

£8EH

18€H

6VEN

sved

TvEA

TEEA
0€EL

SCEH

81€1T

80€D

S0eyd

i

962V

€621
C6CH

0621

28cI

€.L2D

992N

65cd

Ly2D

veca

LgeH

L02ZN

@ S.L¥1
YLV

T97A
09%d

LGPV

1SCO

Large subunit of Rubi

e Molecule 1

14%

84%

Chain W

06TX

9.1d
SLTX

891D

2¢STd

6ETY

veTd

8T
Lg1d

(445

8TTL

701d

861

960

€64

88

99M

094
65V

i)

(4!

£

114

STvd
4544

TIPM

107D

96€d

G8EM

E£8EH

18¢eD

TveEL

LEED

SGEET
veexn

TEEA
0€EL

GCEH

81€T

80€D

90EN

i

962V

C6TH

06271

982a

€LTD

992N

L%2D

g

L0TN
90TA

T0TH

S6TD

SL¥T
YLV

TLYL

yova

1

Large subunit of Rub

09%d

74478

(0478

€eva

CTEVN

6T7h

LIPV

1SCO

e Molecule 1

14%

S8TA
LLTH
9.1d
SLTH
891D
S9TA
T9TH

[4] -

L7TL

6ETYH

et

8TTA
Letd

()%

¥0Td

861

vea
€64

884

99M

093
65V

izl

i44S

114

61d

1244

6Z%h
(4478

LIVV

STvd
2544

T0%d

96€d

88ed
L8EN

S8EM

£8€H

18€D

6LES

TPEA

TEEA
0geL

SCEH

80€D

c0eda

LBTH
962V

C6CH

0621

€129

Ly2D

LgeH

L0TN
902ZA

T0CH

LBTT

06TX

O

R LDWIDE
PROTEIN DATA BANK

W



1IR2

Full wwPDB X-ray Structure Validation Report

Page 21

SLTH 0EEL [ | [ |
| | | | 06TA 6£7Y
TLTO STEH | | | | I
YA | | S8TA £evd
0LTT 81€T [ | 2EWN 8eTYH
— : [ | [ | — . LLTH [ | . .. LETH
G9TA 80D . 9.1d 62%h 98N
[ | [ | QLT [ | | eety
091a 20ga < [ | LT9Y . $ETd
® [ | ~ TL1D [ 9ttm S €ETh
~ 662V — [ | ST¥d — ) —
i | gecH 891D POV N o
LHTL 1621 [ | [ | ~N 62TV
[ | 962V 19T TTPM [ |
6£TY | | | | 9z1d
8T 26TH ® Sl 109 1 sTTY
| | 16T $Lv) | | iZ41)
YETH 0621 | | LYTL 96£a €ETh | |
| | 6821 €973 | | | | 0zTH
1274 | | | | 6€TY 88ed ° 6TTH
| | %820 0S%) | | L8EN 8TTI
orra | eszh | | LeTd | oseH | e LT | |
| | z8eI o 68% | | S8EM | | 60TV
$0Td | | 8EHY or7d | w8en $2Th | 80tA
€429 | | | | €8EH | | 1071
| | eevd $0Td | | 0zTH | |
692k zevN [ | zled 6TTI 061
° | | | | T0TA 8111 | |
m% wmg mmg [ | 98d
° 60TV | @ga |
99 6523 Tevd — TEEA | 8ot o w8y
o [ | [ | [ | e} - €84 0EEL o 1071 o [ |
9 o 298 sy LYY 9 A | zey | ] S o [] 9 19K
= S | 198 (2518 ey -~ C 183 STEH = I 161 = 991
o) o e} o) o o) xX
= 093 | | SThd = | | | | = | | = S
63V i1 2act 2521 991 16T 88b =
~ | | 1920 | | ~ | | 96TV ~ 181 /~
[ 1€1 TTYM (- €91 [ | Gy esdn
o ] [ ] o [ ] z62H o 38a o
) zed 107 +~ 094 | 1621 - 01 e 520
o— o= — —
= | | Leey | | = 65V 0621 = = | |
871 = $Tk | | z6ed = | | | | = 19K = ovd
o) | | HTZh | | ie) (249 €429 o 991 a) | |
o = T2y [ | 88ed = [ | [ | = [ | = ovd
] | ozk 102N 18EW n 124 99ZH (] 199 n 6€1
TSHM 1) 61a 90ZA | ogeH | 1) | ozk | | — | | — 8EM
01 a0 [ ] ] agem 20 61a 1920 = 6€1 = [ ]
M 7T £02a | w8eA M | | m | | m €e1
9bvY 3 | zoza | £8EH | (4%} A 62b n [ |
20 ° ﬂms | eeer Lo | mma
PHHA .. 1869 .- e 019 1Ty LTR
lewa T 1671 ] — ] ™ eis O 67d
(442 <o =l [ | zLed ) LOTN < 1 gTd QL Rgl [ |
| vy = 06TA [ | = .. 90ZA = HTL = .. 154
0%y 8 > mm; ﬂg 8 N [ | 1 o — [ ema 2 - [oen
o £02a z1d 8N
i) m a8TA geed i) m | zoea TSPH e) m [ | s) m [ |
£evd M < | | M < 1023 05Y M < 8N M < SL
zenN = LLTS < ] 1 < = [ ]
[ ] Y O 9.1d TEEA ° O 1611 L¥%S ) @) ) @) ™

21%

D E

R L DWI

O

erbDeBe

PROTEIN DATA BANK

W

76%

e Molecule 2: Small subunit of Rubisco

Chain K:



1IR2

Full wwPDB X-ray Structure Validation Report

Page 22

L

LETH

690

e Molecule 2: Small subunit of Rubisco

L9K

%

Chain L: .

18%

80%

LETH
9ETIN

€ETD
2T
0zTd
6TTH
8TTI
LTT0
4958
60TV

L6L

cTd

01X

e Molecule 2: Small subunit of Rubisco

©
=

%

Chain M: .

23%

77%

8ETY
LETH

i441]
61T
8TTI
LTTD
60TV
c¢ota

6L

880

98d
Ss8a
784

289

690

L9K
991

19D

Eisict

6€1
8EM

CER
[14)]
£€ea
61d
STd
7Il

€1d
(4%

I o
e Molecule 2: Small subunit of Rubisco

(158

T

%

Chain N: .

16%

82%

STd

e Molecule 2: Small subunit of Rubisco

17%

83%

Chain O:

9ETIN
€T
0ETH
L2TA
i741]

0g1d
6TTH

60TY

LOTT

e Molecule 2: Small subunit of Rubisco

%

Chain P: :

20%

79%

€ETH

SCTH
0zTd
6TTI
8TTI

60TV

LOTT

et

0T

e Molecule 2: Small subunit of Rubisco

%

18%

80%

© N~ o o
© © © =
= Q=

Chain 1:

+

e Molecule 2: Small subunit of Rubisco

O8H

€3S

673

ovd
6€1

%

21%

78%

Chain 2:

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



1IR2

Full wwPDB X-ray Structure Validation Report

Page 23

*

LETH
9ETN

YETd
€ETH

*

62TV
SeTYd

6TTH
8T1TI

4958
60TV
863
veA
Ted
88b
98d
$80
08I
LI

L9K
9971

19D

0%d
6€1

620
6Td

STd
Il

8N

TH

e Molecule 2: Small subunit of Rubisco

%

21%

76%

Chain 3:

8ETH
LETH

veTd
€ETH

0ETY
i441]

0z1d
61T

60TV

L0771

6L

T6d

880
L8KW

08K

e Molecule 2: Small subunit of Rubisco

%

Chain 4: .

16%

83%

1

LETH
9ETN

€T

Ll

(445}

0Z1d

+

60TV

L0TT

SOTA
cota
88b

L9&
SS9

799

891
LSV

eiic

€38

o
o
H

o)
N
o

e}
—
M

o
—
4

e Molecule 2: Small subunit of Rubisco

el
=

-
=

16%

83%

Chain 5:

€T
0g1d
6TTH
81TI
60TV
L0T1

98d
s8d

69d

L9&
895

199

ovd
6€1

e Molecule 2: Small subunit of Rubisco

19%

81%

Chain 6:

veld
€T
CETM

STTy
741

0Z1H

LTTD

60TV
80TA
LOTT

e Molecule 2: Small subunit of Rubisco

%

Chain 7: :

N
&
*u‘l

15%

84%

SeTd
741

0Z1d
6TTH

LOTT

~
)
=

—
L)
"

e Molecule 2: Small subunit of Rubisco

LSY

0
T}
=}

€GS
ovd
€eI
6zh

STd
P1l

19%

L

79%

Chain 8:

LETH

veTd
€T

0ETYH
740
0Z1d
6TTH
8TTI
60TV
LOTT

L61

84

08I

L9K
991

€GS

8eM

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 24 Full wwPDB X-ray Structure Validation Report 1IR2

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 129.17A  174.75A 222.27A .
Depositor
a, b, c, a, B, 90.00° 97.75° 90.00°
. 39.89 - 1.84 Depositor
Resolution (A) 40.02 — 1.84 EDS
% Data completeness 90.6 (39.89-1.84) Depositor
(in resolution range) 90.7 (40.02-1.84) EDS
Rinerge 0.07 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.63 (at 1.84A) Xtriage
Refinement program CNS 1.0 Depositor
R R 0.152 , 0.181 Depositor
7 Phfree 0.150 , 0.180 DCC
Rree test set 37921 reflections (4.97%) wwPDB-VP
Wilson B-factor (A?) 11.2 Xtriage
Anisotropy 0.054 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.35, 59.8 EDS
L-test for twinning? <I|L| > =049, < L?> =032 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.96 EDS
Total number of atoms 87087 wwPDB-VP
Average B, all atoms (A?) 15.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 7.65% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section:
MME, SMC, KCX, HYP, MG, GOL, CAP

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z]| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles
Mol | Chain | pyigy 7] =5 | RMSZ #4|Z| >5
0.31 0/3684 0.60 0/4978
0.30 0/3675 0.61 0/4967
0.31 0/3670 0.61 0/4960
0.31 0/3675 0.61 0/4967
0.31 0/3666 0.62 0/4955
0.30 0/3666 0.60 0/4955
0.31 0/3670 0.61 0/4960
0.31 0/3684 0.62 0/4978
0.30 0/3666 0.61 0/4955
0.31 0/3670 0.61 0/4960
0.31 0/3691 0.61 0/4988
0.31 0/3691 0.62 0/4988
0.30 0/3670 0.60 0/4960
0.31 0/3670 0.60 0/4960
0.31 0/3666 0.61 0/4955
0.31 0/3670 0.61 0/4960

0.31 | 0/1169 | 0.60 | 1/1588 (0.1%)
0.30 | 0/1169 | 0.59 | 1/1588 (0.1%)
0.32 | 0/1169 | 0.60 | 1/1588 (0.1%)
0.32 | 0/1169 | 059 | 1/1588 (0.1%)
0.31 | 0/1169 | 0.61 | 1/1588 (0.1%)
0.31 | 0/1169 | 059 | 1/1588 (0.1%)
0.32 | 0/1169 | 0.60 | 1/1588 (0.1%)
0.32 | 0/1169 | 0.61 | 1/1588 (0.1%)
0.31 | 0/1169 | 0.59 | 1/1588 (0.1%)
(0.1%)
(0.1%)
(0.1%)
(0.1%)
(0.1%)
(0.1%)
(0.1%)

0.30 0/1169 0.59 1/1588 (0.1%
0.31 0/1169 0.60 1/1588 (0.1%
0.32 0/1169 0.60 1/1588 (0.1%
0.31 0/1169 0.60 1/1588 (0.1%
0.31 0/1169 0.59 1/1588 (0.1%
0.32 0/1169 0.60 1/1588 (0.1%
0.32 0/1169 0.60 1/1588 (0.1%

0| O| Z| Z| | 7| | | 00| ~1| | | | wo| vo| = | N| < | =] <| S| B w| T Q| E O QW =

DI P—PPPRPRP===2]2] 2 ] = = =
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Bond lengths Bond angles
RMSZ | #|Z| >5 | RMSZ #|Z| >5
All All 0.31 | 0/77488 | 0.61 | 16/104854 (0.0%)

Mol | Chain

There are no bond length outliers.

All (16) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(?)
2 3 61 GLY | N-CA-C | -6.03 98.03 113.10
2 M 61 | GLY | N-CA-C | -6.02 98.05 113.10
2 J 61 GLY | N-CA-C | -5.99 98.13 113.10
2 6 61 GLY | N-CA-C | -5.97 98.17 113.10
2 L 61 GLY | N-CA-C | -5.96 98.19 113.10
2 1 61 GLY | N-CA-C | -5.96 98.20 113.10
2 8 61 GLY | N-CA-C | -5.96 98.20 113.10
2 P 61 GLY | N-CA-C | -5.93 98.26 113.10
2 N 61 GLY | N-CA-C | -5.93 98.28 113.10
2 7 61 GLY | N-CA-C | -5.86 98.45 113.10
2 I 61 GLY | N-CA-C | -5.82 98.56 113.10
2 K 61 GLY | N-CA-C | -5.78 98.65 113.10
2 4 61 GLY | N-CA-C | -5.78 98.65 113.10
2 2 61 GLY | N-CA-C | -5.58 99.15 113.10
2 3 61 GLY | N-CA-C | -5.56 99.20 113.10
2 O 61 GLY | N-CA-C | -5.25 99.98 113.10

There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry-related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 3646 0 3559 36 0
1 B 3637 0 3546 20 0
1 C 3632 0 3541 48 0
1 D 3637 0 3546 48 0
1 E 3628 0 3538 41 0
1 F 3628 0 3538 39 0

Continued on next page...
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Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 G 3632 0 3541 37 0
1 H 3646 0 3559 42 0
1 S 3628 0 3538 47 0
1 T 3632 0 3541 44 0
1 U 3653 0 3566 65 0
1 A% 3653 0 3566 47 0
1 W 3632 0 3541 46 0
1 X 3632 0 3541 39 0
1 Y 3628 0 3538 o7 0
1 Z 3632 0 3541 44 0
2 1 1145 0 1119 23 0
2 2 1145 0 1119 22 0
2 3 1145 0 1119 33 0
2 4 1145 0 1119 19 0
2 5) 1145 0 1119 15 0
2 6 1145 0 1119 23 0
2 7 1145 0 1119 18 0
2 8 1145 0 1119 27 0
2 I 1145 0 1119 19 0
2 J 1145 0 1119 25 0
2 K 1145 0 1119 30 0
2 L 1145 0 1119 25 0
2 M 1145 0 1119 30 0
2 N 1145 0 1119 23 0
2 O 1145 0 1119 16 0
2 P 1145 0 1119 20 0
3 A 1 0 0 0 0
3 B 1 0 0 0 0
3 C 1 0 0 0 0
3 D 1 0 0 0 0
3 E 1 0 0 0 0
3 F 1 0 0 0 0
3 G 1 0 0 0 0
3 H 1 0 0 0 0
3 S 1 0 0 0 0
3 T 1 0 0 0 0
3 U 1 0 0 0 0
3 \Y 1 0 0 0 0
3 W 1 0 0 0 0
3 X 1 0 0 0 0
3 Y 1 0 0 0 0
3 Z 1 0 0 0 0

Continued on next page...
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Continued from previous page...

Symm-Clashes

H(added) | Clashes

16
24
16
16
24
16
24
24
24
16
16
16
16
24
24
24

21

21

21

21

21

21

21

21

21

21
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21

21

21

21

12
18
12
12
18
12
18
18
18
12
12
12
12
18
18
18
173
173
170
174
174
146
184

185
459
406

Chain | Non-H | H(model)

Mol

Continued on next page...
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The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 6.

All (975) close contacts within the same asymmetric unit are listed below, sorted by their clash

magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:U:8:LYS:HD2 2:8:84:ARG:HH11 1.07 1.10
1:U:8:LYS:HG2 1:U:9:ALA:H 1.00 1.08
1:A:247:CYS:HG 1:E:247:CYS:HG 1.07 0.96
1:U:8:LYS:HG2 1:U:9:ALA:N 1.84 0.92
1:D:247:CYS:HG 1:H:247:CYS:HG 1.11 0.92
1:T:306:ASN:HB3 6:1:1024:HOH:O 1.72 0.90
1:U:247:CYS:HG 1:Y:247:CYS:HG 0.90 0.89
2:3:133:GLN:OE1 2:3:137:LYS:HE2 1.73 0.89
1:U:8:LYS:HD2 2:8:84:ARG:NH1 1.87 0.88
1:D:9:ALA:HA 2:M:84:ARG:NH1 1.90 0.86
1:U:8:LYS:CG 1:U:9:ALA:H 1.83 0.86
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:247:CYS:HG 1:F:247:CYS:HG 0.83 0.83
1:S:247:CYS:HG 1:W:247:CYS:HG 0.96 0.82
2:J:126:PRO:HG2 2:J:129:ALA:HB2 1.62 0.81
2:1:130:ARG:HE 2:1:130:ARG:HA 1.45 0.80
1:T:432:ASN:HD22 2:2:29:GLN:HE22 1.28 0.80
1:U:8:LYS:CD 2:8:84:ARG:HH11 1.91 0.80
2:2:40:PRO:HG2 2:2:80:MET:HB2 1.64 0.79
1:S:338:GLU:OE1 1:S:341:VAL:HG23 1.82 0.78
1:F:432:ASN:HD22 | 2:N:29:GLN:HE22 1.31 0.77
1:Y:432:ASN:HD22 2:7:29:GLN:HE22 1.31 0.77
2:1:40:PRO:HG2 2:1:80:MET:HB2 1.66 0.77
1:U:474:LYS:HD3 1:U:475:LEU:O 1.84 0.77
1:A:432:ASN:HD22 2:1:29:GLN:HE22 1.32 0.77
1:C:432:ASN:HD22 | 2:K:29:GLN:HE22 1.33 0.77
1:V:432:ASN:HD22 2:4:29:GLN:HE22 1.32 0.76
1:S:432: ASN:HD22 2:1:29:GLN:HE22 1.33 0.76
2:3:53:SER:HB2 2:3:55:GLU:OE2 1.84 0.76
1:T:247:CYS:HG 1:X:247:CYS:HG 1.23 0.76
2:1:130:ARG:HD2 6:1:259:HOH:O 1.86 0.76
1:D:9:ALA:HA 2:M:84:ARG:HH11 1.51 0.75
2:M:137:LYS:HA 2:M:137:LYS:HE2 1.67 0.75
1:E:432:ASN:HD22 | 2:M:29:GLN:HE22 1.34 0.75
1:G:432:ASN:HD22 | 2:0:29:GLN:HE22 1.33 0.74
1:W:471:THR:O 1:W:474:LYS:HE3 1.88 0.74
2:5:40:PRO:HG2 2:5:80:MET:HB2 1.69 0.74
2:3:40:PRO:HG2 2:3:80:MET:HB2 1.70 0.74
1:U:8:LYS:HB3 2:8:84:ARG:HD3 1.69 0.73
1:F:414:ALA:HB3 1:F:415:PRO:HD3 1.70 0.73
6:D:1076:HOH:O 1:E:32:ARG:HD2 1.89 0.73
1:X:88:GLU:HG2 1:X:98:ILE:HB 1.69 0.73
2:1:130:ARG:HA 2:1:130:ARG:NE 2.03 0.73
1:B:414:ALA:HB3 1:B:415:PRO:HD3 1.71 0.73
1:D:9:ALA:HB2 6:M:197:HOH:O 1.88 0.73
2:M:109:ALA:HB3 | 2:M:119:MET:HG3 1.70 0.73
1:Z:151:HYP:HD22 | 1:7Z:372:PRO:HG2 1.70 0.72
2:1:109:ALA:HB3 2:1:119:MET:HG3 1.71 0.72
1:C:471: THR:HB 1:C:474:LYS:HE3 1.72 0.72
1:7:414:ALA:HB3 1:7:415:PRO:HD3 1.70 0.72
1:S:414:ALA:HB3 1:S:415:PRO:HD3 1.71 0.72
2:6:119:MET:HG2 6:6:286:HOH:O 1.90 0.71
2:1.:136:ASN:OD1 2:1:137:LYS:HE3 1.90 0.71

Continued on next page...




Page 31 Full wwPDB X-ray Structure Validation Report 1IR2

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:V:247:CYS:HG 1:7:247:CYS:HG 0.72 0.71
1:W:334:LYS:HG3 | 1:W:335:LEU:HD22 1.71 0.71
1:H:438:ALA:HB3 | 1:H:439:ARG:HH11 1.55 0.71
1:X:432:ASN:HD22 2:6:29:GLN:HE22 1.38 0.71
1:B:432:ASN:HD22 2:J:29:GLN:HE22 1.38 0.71
1:U:88:GLU:HG2 1:U:98:ILE:HB 1.72 0.71
2:2:125:ARG:HD3 2:2:132:TRP:CE3 2.26 0.70
1:B:296:ALA:O 1:B:297:MET:HB3 1.89 0.70
2:3:134:PRO:HD2 2:3:137:LYS:HD3 1.72 0.70
1:U:432:ASN:HD22 2:3:29:GLN:HE22 1.37 0.70
1:D:9:ALA:HA 2:M:84:ARG:CZ 2.21 0.70
1:W:414:ALA:HB3 | 1:W:415:PRO:HD3 1.73 0.70
1:D:9:ALA:HB1 2:M:82:GLY:O 1.92 0.70
2:6:33:ILE:HD11 2:6:119:MET:HE2 1.74 0.69
2:7:53:SER:HB2 2:7:55:GLU:OE2 1.90 0.69
1:G:414:ALA:HB3 1:G:415:PRO:HD3 1.72 0.69
1:A:296:ALA:O 1:A:297:MET:HB3 1.92 0.69
1:T:471:THR:HB 1:T:474:LYS:HE3 1.72 0.69
1:7:296:ALA:O 1:7:297:-MET:HB3 1.93 0.68
2:J:10:LYS:HE3 6:J:204:HOH:O 1.91 0.68
1:H:432:ASN:HD22 | 2:P:29:GLN:HE22 1.41 0.68
2:1:40:PRO:HG2 2:L:80:MET:HB2 1.76 0.68
1:U:296:ALA:O 1:U:297-MET:HB3 1.93 0.68
2:K:134:PRO:HG2 2:K:137:LYS:HD3 1.74 0.68
1:D:21:ARG:NH2 1:D:51:GLU:HG3 2.08 0.68
1:E:471: THR:O 1:E:474:LYS:HE3 1.94 0.67
1:D:432:ASN:HD22 | 2:L:29:GLN:HE22 1.40 0.67
1:D:9:ALA:HB3 6:D:1066:HOH:O 1.94 0.67
1:C:296:ALA:O 1:C:297:MET:HB3 1.95 0.67
1:T:414:ALA:HB3 1:T:415:PRO:HD3 1.77 0.67
1:T:151:HYP:HD22 | 1:T:372:PRO:HG2 1.75 0.67
1:V:414:ALA:HB3 1:V:415:PRO:HD3 1.76 0.67
2:L:137:LYS:HE2 2:L:137:LYS:HA 1.77 0.66
1:T:474:LYS:HE2 6:T:1034:HOH:O 1.94 0.66
1:C:414:ALA:HB3 1:C:415:PRO:HD3 1.75 0.66
1:D:414:ALA:HB3 1:D:415:PRO:HD3 1.77 0.66
1:G:436:ASP:0OD1 1:G:439:ARG:HD3 1.95 0.66
2:2:109:ALA:HB3 2:2:119:MET:HG3 1.76 0.66
1:E:414:ALA:HB3 1:E:415:PRO:HD3 1.76 0.66
1:Y:414:ALA:HB3 1:Y:415:PRO:HD3 1.77 0.66
2:3:134:PRO:HG2 2:3:137:LYS:HG2 1.77 0.66
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:5:109:ALA:HB3 2:5:119:MET:HG3 1.77 0.66
1:Y:60:GLU:HG3 1:Y:127:PHE:CZ 2.31 0.66
1:B:10:GLY:HA3 2:0:84:ARG:NH1 2.10 0.65
1:Y:296:ALA:O 1:Y:297-MET:HB3 1.96 0.65
1:A:414:ALA:HB3 1:A:415:PRO:HD3 1.78 0.65
1:T:296:ALA:O 1:T:297:-MET:HB3 1.94 0.65
6:U:912:HOH:O 2:3:10:LYS:HE3 1.95 0.65
1:Y:151:HYP:HD22 | 1:Y:372:PRO:HG2 1.77 0.65
2:P:80:MET:HE1 2:P:88:GLN:HG3 1.78 0.65
1:D:429:GLN:O 1:D:433:GLU:HG3 1.97 0.65
1:W:432:ASN:HD22 | 2:5:29:GLN:HE22 1.44 0.65
2:N:130:ARG:HG3 | 2:N:130:ARG:HH21 1.62 0.64
1:X:60:GLU:HG3 1:X:127:PHE:CZ 2.32 0.64
1:X:414:ALA:HB3 1:X:415:PRO:HD3 1.78 0.64
1:W:306:ASN:HB3 6:W:1026:HOH:O 1.98 0.64
1:X:296:ALA:O 1:X:297-MET:HB3 1.96 0.64
1:H:414:ALA:HB3 1:H:415:PRO:HD3 1.79 0.64
2:3:109:ALA:HB3 2:3:119:MET:HG3 1.78 0.64
1:E:296:ALA:O 1:E:297:-MET:HB3 1.97 0.64
2:J:109:ALA:HB3 2:J:119:MET:HG3 1.80 0.63
1:D:296:ALA:O 1:D:297:-MET:HB3 1.97 0.63
1:U:474:LYS:HD3 1:U:475:LEU:N 2.14 0.63
1:H:93:GLU:HB3 1:H:96:GLN:HB2 1.80 0.63
1:X:292:HIS:HA 1:X:325:HIS:HB2 1.81 0.63
2:6:33:ILE:CD1 2:6:119:MET:HE2 2.29 0.63
1:S:197.LEU:HG 1:S:417:ALA:HB1 1.80 0.62
1:A:8:LYS:O 1:A:9:ALA:HB2 1.99 0.62
2:1:8:ASN:O 2:1:133:GLN:HG2 1.99 0.62
2:1:109:ALA:HB3 2:1:119:MET:HG3 1.81 0.62
1:S:341: VAL:HG22 6:5:1033:HOH:O 1.98 0.62
2:P:80:MET:CE 2:P:88:GLN:HG3 2.30 0.62
2:3:53:SER:CB 2:3:55:GLU:OE2 2.46 0.62
2:7:33:ILE:HD11 2:7:119:MET:SD 2.39 0.62
1:C:14:LYS:HE3 1:C:15:ALA:O 2.00 0.62
2:0:40:PRO:HG2 2:0:80:MET:HB2 1.82 0.62
1:V:296:ALA:O 1:V:297-MET:HB3 1.99 0.62
2:6:108:VAL:C 2:6:119:MET:HE3 2.19 0.62
2:P:109:ALA:HB3 2:P:119:MET:HG3 1.82 0.61
1:U:338:GLU:HB3 | 1:U:341:VAL:HG12 1.81 0.61
1:E:290:LEU:HG 2:M:66:LEU:HD11 1.81 0.61
1:U:414:ALA:HB3 1:U:415:PRO:HD3 1.81 0.61
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:290:LEU:HG 2:J:66:LEU:HD11 1.82 0.61
2:6:109:ALA:N 2:6:119:MET:HE3 2.14 0.61
1:X:429:GLN:O 1:X:433:GLU:HG3 2.00 0.61
1:B:18:LYS:HG2 5:B:606:GOL:H32 1.82 0.60
6:N:321:HOH:O 2:0:58:ILE:HD11 2.00 0.60
1:W:60:GLU:HG3 1:W:127:PHE:CZ 2.36 0.60
1:H:296:ALA:O 1:H:297:MET:HB3 2.00 0.60
1:Y:341:VAL:HG22 | 1:Y:475:LEU:HD13 1.84 0.60
1:G:296:ALA:O 1:G:297:-MET:HB3 2.01 0.60
6:G:655:HOH:O 2:P:49:LYS:HE2 2.00 0.60
1:7Z:11:ALA:HB3 6:7:1061:HOH:O 2.02 0.60
2:J:134:PRO:HG2 2:J:137:LYS:HG3 1.84 0.60
1:X:341:VAL:HG23 | 1:X:475:LEU:HD21 1.84 0.60
1:S:60:GLU:HG3 1:S:127:PHE:CZ 2.37 0.59
1:U:411:TRP:CZ3 2:3:2:2MET:HG3 2.38 0.59
2:3:58:ILE:HD12 2:4:57:ALA:HB3 1.83 0.59
2:6:133:GLN:HE21 2:6:134:PRO:HD2 1.67 0.59
1:7:432:ASN:HD22 2:8:29:GLN:HE22 1.47 0.59
2:7:125:ARG:NH1 6:7:143:HOH:O 2.35 0.59
1:E:463:LYS:HB2 1:E:463:LYS:NZ 2.18 0.59
2:6:40:PRO:HG2 2:6:80:MET:HB2 1.85 0.59
2:8:38: TRP:CD2 2:8:118:ILE:HG21 2.38 0.58
2:8:109:ALA:HB3 2:8:119:MET:HG3 1.84 0.58
1:S:296:ALA:O 1:S:297:MET:HB3 2.02 0.58
1:W:292:HIS:HA 1:W:325:HIS:HB2 1.83 0.58
1:D:9:ALA:HA 2:M:84:ARG:NE 2.19 0.58
1:T:60:GLU:HG3 1:T:127:PHE:CZ 2.38 0.58
1:D:51:GLU:HA 1:D:87:ILE:HD11 1.86 0.57
1:Y:338:GLU:OE1 | 1:Y:341:VAL:HG23 2.04 0.57
1:G:60:GLU:HG3 1:G:127:PHE:CZ 2.39 0.57
1:U:446:ARG:O 1:U:450:LYS:HD3 2.05 0.57
2:3:58:ILE:HD13 2:3:58:ILE:O 2.04 0.57
1:E:88:GLU:HG2 1:E:98:ILE:HB 1.87 0.57
1:E:429:GLN:O 1:E:433:GLU:HG3 2.05 0.57
1:F:296:ALA:O 1:F:297:-MET:HB3 2.04 0.57
2:4:136:ASN:OD1 2:4:137:LYS:HG3 2.04 0.57
1:Y:93:GLU:HG3 6:Y:803:HOH:O 2.04 0.57
1:B:32:ARG:HD3 6:G:1064:HOH:O 2.02 0.57
6:D:1073:HOH:O 2:L:114:LYS:HD2 2.04 0.57
2:3:87:MET:O 2:3:91:ARG:HG3 2.04 0.57
1:C:471:THR:HB 1:C:474:LYS:CE 2.34 0.57
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:1:130:ARG:HE 2:1:130:ARG:CA 2.10 0.57
1:S:290:LEU:HG 2:1:66:LEU:HD11 1.86 0.57
2:M:38: TRP:CD2 2:M:118:ILE:HG21 2.39 0.57
2:1:53:SER:CB 2:1:55:GLU:OE2 2.53 0.57
1:Y:330:THR:O 1:Y:331:VAL:HB 2.04 0.57
2:J:55:GLU:OFE1 2:J:55:GLU:N 2.35 0.57
1:U:239:TYR:HE2 | 1:U:401:GLN:HE22 1.53 0.56
1:W:93:GLU:HG3 6:W:892:HOH:O 2.04 0.56
2:8:136:ASN:ND2 2:8:137:LYS:HG2 2.20 0.56
1:E:411: TRP:CH2 2:M:2:MET:HE3 2.40 0.56
2:P:125:ARG:HD2 6:P:7352:HOH:O 2.05 0.56
1:Y:93:GLU:CG 1:Y:96:GLN:HB2 2.36 0.56
1:E:60:GLU:HG3 1:E:127:PHE:CZ 2.41 0.56
1:V:475:LEU:HD22 6:V:1039:HOH:O 2.05 0.56
1:7:60:GLU:HG3 1:7:127:PHE:CZ 2.40 0.56
1:X:290:LEU:HG 2:6:66:LEU:HD11 1.86 0.56
1:U:474:LYS:HD3 1:U:474:LYS:C 2.25 0.56
2:1:55:GLU:HG2 6:1:9716:HOH:O 2.06 0.55
1:U:60:GLU:HG3 1:U:127:PHE:CZ 2.40 0.55
1:H:436:ASP:OD1 1:H:439:ARG:HD3 2.07 0.55
1:F:463:LYS:HE2 6:F:1034:HOH:O 2.05 0.55
2:N:114:LYS:HE3 2:N:118:ILE:CG2 2.37 0.55
2:P:20:PRO:HD3 6:P:9682:HOH:O 2.05 0.55
1:A:429:GLN:O 1:A:433:GLU:HG3 2.06 0.55
2:1:38: TRP:CD2 2:1:118:ILE:HG21 2.41 0.55
2:1:53:SER:OG 2:1:55:GLU:OE2 2.23 0.55
1:V:292:HIS:HA 1:V:325:HIS:HB2 1.88 0.55
1:A:190:TYR:CZ 1:A:227:LYS:HE3 2.42 0.55
1:C:429:GLN:O 1:C:433:GLU:HG3 2.07 0.55
1:F:292:HIS:HA 1:F:325:HIS:HB2 1.89 0.55
2:P:85:ASP:O 2:P:88:GLN:HB3 2.07 0.55
1:U:338:GLU:HB3 1:U:341:VAL:CG1 2.36 0.55
2:1:136:ASN:C 2:1:137:LYS:HD2 2.26 0.55
1:Y:93:GLU:HG2 1:Y:96:GLN:HB2 1.89 0.55
2:I.1:MME:HE3 6:1.:325:HOH:O 2.07 0.55
2:1:134:PRO:HG2 2:1:137:LYS:HB2 1.89 0.55
1:A:239:TYR:HB3 1:A:266:MET:HB3 1.89 0.54
2:1:85:ASP:0D2 2:1:88:GLN:HG3 2.07 0.54
6:E:687:-HOH:O 2:N:49:LYS:HE2 2.07 0.54
1:W:190:TYR:CZ 1:W:227:LYS:HE3 2.42 0.54
1:C:290:LEU:HG 2:K:66:LEU:HD11 1.88 0.54
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:T:290:LEU:HG 2:2:66:LEU:HD11 1.89 0.54
2:6:109:ALA:HB3 2:6:119:MET:HG3 1.89 0.54
2:7:40:PRO:HG2 2:7:80:MET:HB2 1.88 0.54
1:S:158:GLU:CD 1:S:325:HIS:HE2 2.11 0.54
1:Y:290:LEU:HG 2:7:66:LEU:HD11 1.90 0.54
2:I:118:ILE:HD12 2:I:119:MET:HG3 1.89 0.54
1:B:177:LYS:HB2 1:F:63:THR:HA 1.89 0.54
1:C:345:PHE:O 1:C:349:MET:HG3 2.08 0.54
2:1:53:SER:HB2 2:1:55:GLU:OE2 2.08 0.54
2:3:119:MET:HG2 6:3:291:HOH:O 2.06 0.54
1:X:442:GLY:O 1:X:446:ARG:HG3 2.08 0.54
1:E:292:HIS:HA 1:E:325:HIS:HB2 1.89 0.54
2:P:33:ILE:HG21 2:P:40:PRO:HG3 1.89 0.54
2:6:97: THR:HB 2:6:124:GLN:NE2 2.22 0.54
2:K:118:ILE:HD11 6:K:319:HOH:O 2.06 0.54
2:2:125:ARG:HD3 2:2:132:TRP:CZ3 2.42 0.54
2:N:118:ILE:HD12 2:N:119:MET:HG3 1.90 0.54
2:4:10:LYS:NZ 6:4:235:HOH:O 2.40 0.54
1:A:292:HIS:HA 1:A:325:HIS:HB2 1.89 0.54
2:5:55:GLU:OE2 2:5:69:ASP:HB2 2.08 0.54
1:F:474:LYS:HE2 6:F:976:HOH:O 2.08 0.54
6:5:991:HOH:O 2:1:119:MET:HG2 2.06 0.54
1:D:282:ILE:HG23 5:D:616:GOL:H31 1.90 0.53
1:B:60:GLU:HG3 1:B:127:PHE:CZ 2.44 0.53
1:T:292:HIS:HA 1:T:325:HIS:HB2 1.90 0.53
1:C:60:GLU:HG3 1:C:127:PHE:CZ 2.44 0.53
2:7:1:MME:HE3 6:8:9896:HOH:O 2.08 0.53
1:B:330: THR:O 1:B:331:VAL:HB 2.09 0.53
1:S:24:TYR:CD2 1:S:59:ALA:HB2 2.44 0.53
1:U:448:ALA:HA 1:U:451:TRP:NE1 2.24 0.53
1:V:60:GLU:HG3 1:V:127:PHE:CZ 2.43 0.53
2:L:33:ILE:HD13 2:1:109:ALA:HB2 1.91 0.53
2:M:85:ASP:HB3 2:M:88:GLN:HE21 1.73 0.53
1:V:156:GLN:NE2 6:V:1069:HOH:O 2.41 0.53
2:N:111:ASP:0OD2 2:N:114:LYS:HE2 2.09 0.53
1:Y:248:GLU:O 1:Y:252:LYS:HG3 2.09 0.53
1:7:429:GLN:O 1:7:433:GLU:HG3 2.09 0.53
1:B:14:LYS:HE3 6:B:975:HOH:O 2.09 0.53
1:B:273:GLY:HA3 1:F:273:GLY:HA3 1.91 0.53
2:1:91:ARG:HG2 6:L:263:HOH:O 2.08 0.53
1:U:22:LEU:HD21 6:U:1015:HOH:O 2.08 0.53
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:7:107:LEU:O 2:7:120:GLY:HA2 2.09 0.53
1:A:88:GLU:CG 1:A:98:ILE:HB 2.39 0.52
1:B:239: TYR:HE2 1:B:401:GLN:HE22 1.56 0.52
1:C:239:TYR:HE2 | 1:C:401:GLN:HE22 1.55 0.52
1:H:345:PHE:O 1:H:349:MET:HG3 2.09 0.52
1:W:334:LYS:CG 1:W:335:LEU:HD22 2.37 0.52
1:7:292:HIS:HA 1:7:325:HIS:HB2 1.91 0.52
6:F:941:HOH:O 2:N:10:LYS:HE3 2.09 0.52
1:V:7:THR:HG21 2:5:84:ARG:O 2.09 0.52
1:W:460:GLU:HG3 6:W:1041:HOH:O 2.07 0.52
1:Y:19:ASP:HB3 1:Y:21:ARG:HG2 1.90 0.52
6:Y:757:-HOH:O 1:7:372:PRO:HD3 2.09 0.52
2:K:136:ASN:HD22 2:K:136:ASN:N 2.06 0.52
1:C:273:GLY:HA3 1:G:273:GLY:HA3 1.92 0.52
1:D:230:ALA:O 2:1:10:LYS:HE2 2.10 0.52
2:M:102:ASP:HB2 6:M:291:HOH:O 2.10 0.52
1:S:442:GLY:O 1:S:446:ARG:HG3 2.09 0.52
1:U:197:LEU:HG 1:U:417:ALA:HB1 1.91 0.52
1:B:10:GLY:HA3 2:0:84:ARG:HH12 1.75 0.52
1:F:190: TYR:CZ 1:F:227:LYS:HE3 2.45 0.52
2:1:61:GLY:HA3 1:T:259:GLU:OE1 2.09 0.52
1:U:7:THR:OG1 1:U:8:LYS:N 2.41 0.52
1:7:290:LEU:HG 2:8:66:LEU:HD11 1.91 0.52
1:7:475:LEU:HD11 6:2:778:HOH:O 2.09 0.52
1:D:290:LEU:HG 2:L:66:LEU:HD11 1.92 0.52
2:M:84:ARG:NH2 2:M:84:ARG:HB2 2.25 0.52
1:H:429:GLN:O 1:H:433:GLU:HG3 2.09 0.52
1:Y:429:GLN:O 1:Y:433:GLU:HG3 2.10 0.52
1:Y:282:ILE:HG23 5:Y:618:GOL:H31 1.92 0.52
1:A:66: TRP:CD1 1:E:381:GLY:HA2 2.45 0.52
1:D:239:TYR:HE2 | 1:D:401:GLN:HE22 1.58 0.52
1:F:290:LEU:HG 2:N:66:LEU:HD11 1.92 0.52
1:T:475:LEU:HD22 6:1:1037:HOH:O 2.09 0.52
2:3:88:GLN:HA 2:3:91:ARG:NH1 2.25 0.52
2:8:40:PRO:HG2 2:8:80:MET:HB2 1.91 0.52
2:8:53:SER:HG 2:8:55:GLU:CD 2.14 0.52
1:F:197:LEU:HG 1:F:417:ALA:HB1 1.91 0.51
2:N:109:ALA:HB3 2:N:119:MET:HG3 1.92 0.51
1:H:14:LYS:HE3 6:H:1038:HOH:O 2.10 0.51
1:S:32:ARG:HG2 1:S:32:ARG:HH11 1.75 0.51
1:A:239:TYR:HE2 | 1:A:401:GLN:HE22 1.58 0.51
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:C:411:TRP:CZ3 2:K:2:MET:HG3 2.43 0.51
1:E:383:HIS:CE1 1:E:385: TRP:HB2 2.45 0.51
1:F:60:GLU:HG3 1:F:127:PHE:CZ 2.45 0.51
1:G:292:HIS:HA 1:G:325:HIS:HB2 1.92 0.51
1:W:297:-MET:O 1:W:297:-MET:HG3 2.11 0.51
1:7:24:TYR:CD2 1:7:59:ALA:HB2 2.45 0.51
2:N:114:LYS:HE3 2:N:118:ILE:HG21 1.92 0.51
1:V:290:LEU:HG 2:4:66:LEU:HD11 1.91 0.51
1:B:474:LYS:HE3 6:B:993:HOH:O 2.11 0.51
2:M:55:GLU:HG2 2:M:69:ASP:0OD2 2.10 0.51
1:S:383:HIS:CE1 1:S:385: TRP:HB2 2.45 0.51
1:V:273:GLY:HA3 1:7:273:GLY:HA3 1.93 0.51
2:K:29:GLN:O 2:K:32:TYR:HB3 2.10 0.51
1:A:330:THR:O 1:A:331:VAL:HB 2.11 0.51
1:F:32:ARG:NH1 6:F:801:HOH:O 2.44 0.51
1:U:411:TRP:CH2 2:3:2:2MET:HG3 2.45 0.51
2:3:8:ASN:O 2:3:133:GLN:HG2 2.11 0.51
1:X:190: TYR:CZ 1:X:227:LYS:HE3 2.45 0.51
2:N:130:ARG:HH21 2:N:130:ARG:CG 2.23 0.51
1:Y:197.LEU:HG 1:Y:417:ALA:HB1 1.93 0.51
1:B:168:GLY:HA2 1:B:396:ASP:O 2.10 0.51
1:H:14:LYS:NZ 1:H:15:ALA:O 2.43 0.51
1:H:60:GLU:HG3 1:H:127:PHE:CZ 2.45 0.51
1:U:429:GLN:O 1:U:433:GLU:HG3 2.10 0.51
2:4:119:MET:HE3 2:4:120:GLY:HA2 1.92 0.51
2:J:8:ASN:O 2:J:133:GLN:HG2 2.10 0.51
1:W:286:ASP:OD1 5:W:620:GOL:H11 2.11 0.51
1:W:440:GLU:O 1:W:444:VAL:HG23 2.11 0.51
1:Y:432: ASN:HD22 2:7:29:GLN:NE2 2.05 0.51
1:D:197:LEU:HG 1:D:417:ALA:HB1 1.93 0.51
1:C:460:GLU:OE2 1:C:463:LYS:HE3 2.11 0.50
1:V:239:TYR:HE2 | 1:V:401:GLN:HE22 1.59 0.50
1:Y:383:HIS:CE1 1:Y:385: TRP:HB2 2.46 0.50
2:N:8:ASN:O 2:N:133:GLN:HG2 2.12 0.50
1:G:139:ARG:HD2 1:G:139:ARG:C 2.31 0.50
1:H:338:GLU:OE1 1:H:341:VAL:HG23 2.10 0.50
1:T:10:GLY:O 1:T:11:ALA:O 2.29 0.50
1:Y:239: TYR:HB3 1:Y:266:MET:HB3 1.92 0.50
2:J:33:ILE:HG21 2:J:40:PRO:HG3 1.94 0.50
1:A:88:GLU:HG2 1:A:98:ILE:HB 1.93 0.50
6:C:1009:HOH:O 2:K:10:LYS:HE3 2.12 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
1:T:330:THR:O 1:T:331:VAL:HB 2.10 0.50
1:U:330:THR:O 1:U:331:VAL:HB 2.11 0.50
2:0:127:LYS:O 2:0:130:ARG:NH2 2.43 0.50
1:S:66: TRP:CD1 1:W:381:GLY:HA2 2.45 0.50
1:U:94:ASP:O 1:U:95:ASN:HB3 2.12 0.50
1:U:290:LEU:HG 2:3:66:LEU:HD11 1.94 0.50
2:7:91:ARG:NH1 6:7:2823:HOH:O 2.45 0.50
1:7:330:THR:O 1:7:331:VAL:HB 2.11 0.50
1:C:282:1LE:HG23 5:C:615:GOL:H31 1.94 0.50
1:T:239:TYR:HE2 1:T:401:GLN:HE22 1.60 0.50
2:3:58:ILE:HD11 2:4:58:ILE:CA 2.42 0.50
2:8:136:ASN:HD22 2:8:137:LYS:N 2.10 0.50
1:D:110:GLU:HB3 1:D:147:THR:HB 1.93 0.50
6:Y:638:HOH:O 1:7:161:LYS:HE2 2.11 0.50
1:B:239:TYR:HB3 1:B:266:MET:HB3 1.93 0.50
1:F:383:HIS:CE1 1:F:385: TRP:HB2 2.46 0.50
1:G:239:TYR:HB3 1:G:266:MET:HB3 1.94 0.50
2:1:49:LYS:NZ 6:1:9153:HOH:O 2.45 0.50
2:1:.87:-MET:HB3 2:1:91:ARG:HH11 1.77 0.50
1:A:60:GLU:HG3 1:A:127:PHE:CZ 2.47 0.49
1:7:239:TYR:HE2 1:7:401:GLN:HE22 1.60 0.49
2:J:118:ILE:HD12 2:J:119:MET:HG3 1.93 0.49
1:G:190: TYR:CZ 1:G:227:LYS:HE3 2.47 0.49
1:H:290:LEU:HG 2:P:66:LEU:HD11 1.94 0.49
1:V:381:GLY:HA2 1:7:66:TRP:CD1 2.47 0.49
2:4:8:ASN:O 2:4:133:GLN:HG2 2.12 0.49
1:X:341:VAL:HG23 1:X:475:LEU:CD2 2.42 0.49
2:J:5: THR:HG22 2:J:138:ARG:O 2.12 0.49
2:J:107:LEU:O 2:J:120:GLY:HA2 2.12 0.49
1:C:190: TYR:CZ 1:C:227:LYS:HE3 2.47 0.49
1:H:330:THR:O 1:H:331:VAL:HB 2.13 0.49
1:V:139:ARG:HD2 1:V:139:ARG:C 2.32 0.49
2:N:39:ILE:O 2:N:109:ALA:HA 2.12 0.49
1:S:471: THR:O 1:S:474:LYS:HE3 2.12 0.49
2:5:39:ILE:O 2:5:109:ALA:HA 2.12 0.49
1:Y:32:ARG:CZ 6:Y:784:HOH:O 2.59 0.49
1:Y:292:HIS:HA 1:Y:325:HIS:HB2 1.95 0.49
2:7:33:ILE:HD11 2:7:119:MET:CE 2.42 0.49
2:L:10:LYS:HE3 6:L:294:HOH:O 2.12 0.49
2:3:107:LEU:O 2:3:120:GLY:HA2 2.12 0.49
1:W:139:ARG:C 1:W:139:ARG:HD2 2.32 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
1:D:51:GLU:CD 1:D:51:GLU:H 2.15 0.49
2:L:8:ASN:O 2:1.:133:GLN:HG2 2.12 0.49
1:F:239:TYR:HE2 1:F:401:GLN:HE22 1.60 0.49
2:2:129:ALA:O 2:2:132:TRP:HZ3 1.96 0.49
1:W:341:VAL:HG11 6:W:994:HOH:O 2.12 0.49
1:V:330:THR:O 1:V:331:VAL:HB 2.11 0.49
2:4:107:LEU:O 2:4:120:GLY:HA2 2.12 0.49
1:G:330:THR:O 1:G:331:VAL:HB 2.13 0.49
1:H:292:HIS:HA 1:H:325:HIS:HB2 1.94 0.49
1:B:139:ARG:HD2 1:B:139:ARG:C 2.33 0.49
1:D:431:ARG:NH2 6:D:1087:HOH:O 2.46 0.49
1:S:389:ALA:O 1:S:393:ILE:HG13 2.12 0.49
1:U:474:LYS:HD2 6:U:968:HOH:O 2.11 0.49
1:7:439:ARG:NH1 6:7:851:HOH:O 2.46 0.49
2:J:46:GLU:HG2 2:J:49:LYS:HG3 1.95 0.49
1:S:168:GLY:HA2 1:S:396:ASP:O 2.13 0.49
1:A:197:LEU:HG 1:A:417:ALA:HB1 1.95 0.48
1:D:381:GLY:HA2 1:H:66: TRP:CD1 2.48 0.48
1:T:168:GLY:HA2 1:T:396:ASP:O 2.13 0.48
1:W:239:TYR:HB3 | 1:W:266:MET:HB3 1.95 0.48
1:C:161:LYS:HE2 6:D:803:HOH:O 2.14 0.48
2:K:136:ASN:ND2 2:K:137:LYS:HD2 2.28 0.48
1:S:356:LYS:HE3 6:5:741:HOH:O 2.13 0.48
1:V:168:GLY:HA2 1:V:396:ASP:O 2.13 0.48
1:W:296:ALA:O 1:W:297:-MET:HB3 2.13 0.48
1:X:440:GLU:O 1:X:444:VAL:HG23 2.14 0.48
2:6:67:TYR:CD1 2:6:67:TYR:C 2.86 0.48
1:7:168:GLY:HA2 1:7:396:ASP:O 2.14 0.48
1:C:168:GLY:HA2 1:C:396:ASP:O 2.14 0.48
2:0:107:LEU:O 2:0:120:GLY:HA2 2.13 0.48
1:S:93:GLU:HG3 1:S:96:GLN:OE1 2.13 0.48
1:S:381:GLY:HA2 1:W:66:TRP:CD1 2.48 0.48
2:2:8:ASN:O 2:2:133:GLN:HG2 2.14 0.48
1:U:310:HIS:HE2 1:U:341:VAL:HG21 1.78 0.48
1:A:8:LYS:O 1:A:9:ALA:CB 2.61 0.48
1:H:438:ALA:HB3 1:H:439:ARG:NH1 2.25 0.48
1:T:139:ARG:HD2 1:T:139:ARG:C 2.34 0.48
1:X:134:ARG:HA 1:X:308:GLY:O 2.13 0.48
1:C:197:.LEU:HG 1:C:417:ALA:HB1 1.94 0.48
2:K:80:MET:HE2 6:K:281:HOH:O 2.13 0.48
1:D:411:TRP:CD1 2:L:1:MME:HB2 2.49 0.48
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Atom-1 Atom-2 distance (A) overlap (A)

1:U:88:GLU:CG 1:U:.98:ILE:HB 2.43 0.48
1:7:139:ARG:HD2 1:7:139:ARG:C 2.33 0.48
1:A:290:LEU:HG 2:1:66:LEU:HD11 1.95 0.48
2:M:10:LYS:NZ 6:M:235:HOH:O 2.46 0.48
1:G:24:TYR:CD2 1:G:59:ALA:HB2 2.48 0.48
1:S5:239:TYR:HB3 1:S:266:MET:HB3 1.95 0.48
1:U:134:ARG:HA 1:U:308:GLY:O 2.14 0.48
2:1.:136:ASN:O 2:1:137:LYS:HE2 2.14 0.48
1:G:239:TYR:HE2 | 1:G:401:GLN:HE22 1.62 0.48
2:1:127:LYS:HG2 6:1:214:HOH:O 2.13 0.48
1:C:32:ARG:HD3 6:C:748:HOH:O 2.13 0.48
2:K:136:ASN:ND2 2:K:137:LYS:CD 2.76 0.48
1:S:273:GLY:HA3 1:W:273:GLY:HA3 1.95 0.48
1:U:66: TRP:CD1 1:Y:381:GLY:HA2 2.49 0.48
1:U:474:LYS:CD 1:U:475:LEU:O 2.58 0.48
1:V:297:MET:HG3 1:V:297:-MET:O 2.13 0.48
1:W:239:TYR:HE2 | 1:W:401:GLN:HE22 1.62 0.48
1:D:330: THR:O 1:D:331:VAL:HB 2.13 0.47
1:S:139:ARG:HD2 1:S:139:ARG:C 2.34 0.47
1:W:330: THR:O 1:W:331:VAL:HB 2.14 0.47
1:Y:139:ARG:HD2 1:Y:139:ARG:C 2.35 0.47
1:C:66: TRP:CD1 1:G:381:GLY:HA2 2.49 0.47
1:C:330:THR:O 1:C:331:VAL:HB 2.13 0.47
1:F:330:THR:O 1:F:331:VAL:HB 2.13 0.47
2:K:61:GLY:HA3 1:D:259:GLU:OE1 2.14 0.47
1:F:94:ASP:O 1:F:95:ASN:HB3 2.14 0.47
2:0:80:MET:CE 2:0:88:GLN:HG2 2.44 0.47
2:2:129:ALA:O 2:2:132: TRP:CZ3 2.67 0.47
1:W:19:ASP:HB3 1:W:21:ARG:HG2 1.95 0.47
1:W:318:LEU:C 1:W:318:LEU:HD13 2.34 0.47
1:X:330:THR:O 1:X:331:VAL:HB 2.14 0.47
1:Y:474:LYS:HG2 6:Y:993:HOH:O 2.13 0.47
1:E:139:ARG:HD2 1:E:139:ARG:C 2.34 0.47
1:G:387:MET:HB3 1:G:388:PRO:HD3 1.96 0.47
2:P:42:LEU:HD21 2:P:93:ILE:HG12 1.96 0.47
1:A:139:ARG:C 1:A:139:ARG:HD2 2.34 0.47
2:1:107:LEU:O 2:1:120:GLY:HA2 2.14 0.47
1:B:134:ARG:HA 1:B:308:GLY:O 2.14 0.47
1:C:387:MET:HB3 1:C:388:PRO:HD3 1.97 0.47
2:M:85:ASP:HB3 2:M:88:GLN:NE2 2.29 0.47
1:H:88:GLU:CG 1:H:98:ILE:HB 2.45 0.47

Continued on next page...



Page 41

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:S:330: THR:O 1:S:331:VAL:HB 2.15 0.47
2:1:8:ASN:O 2:1:133:GLN:HG2 2.14 0.47
1:X:45:GLN:HG3 1:X:128:LYS:O 2.15 0.47
1:V:197:LEU:HG 1:V:417:ALA:HB1 1.97 0.47
1:W:429:GLN:O 1:W:433:GLU:HG3 2.14 0.47
2:J:84:ARG:HG2 6:J:168:HOH:O 2.13 0.47
1:D:24:TYR:CD2 1:D:59:ALA:HB2 2.49 0.47
1:D:51:GLU:HA 1:D:87:ILE:CD1 2.45 0.47
1:H:436:ASP:CG 1:H:439:ARG:HD3 2.35 0.47
1:S:197:LEU:HG 1:S:417:ALA:CB 2.45 0.47
1:S:239: TYR:HE2 1:S:401:GLN:HE22 1.61 0.47
1:T:24:TYR:CD2 1:T:59:ALA:HB2 2.50 0.47
1:T:372:PRO:HD3 6:U:784:HOH:O 2.15 0.47
1:T:429:GLN:O 1:T:433:GLU:HG3 2.15 0.47
1:T:460:GLU:HA 1:T:460:GLU:OE2 2.14 0.47
1:U:239:TYR:HB3 1:U:266:MET:HB3 1.97 0.47
2:3:58:ILE:HD11 2:4:58:ILE:HA 1.97 0.47
2:3:58:ILE:HD11 2:4:58:ILE:N 2.30 0.47
2:3:61:GLY:HA3 1:V:259:GLU:OE1 2.14 0.47
6:V:873:HOH:O 2:4:10:LYS:HE3 2.13 0.47
2:6:8:ASN:O 2:6:133:GLN:HG2 2.15 0.47
1:B:63: THR:HA 1:F:177:LYS:HB2 1.97 0.47
2:J:61:GLY:HA3 1:C:259:GLU:OE1 2.15 0.47
1:T:383:HIS:CE1 1:T:385:TRP:HB2 2.50 0.47
6:X:701:HOH:O 1:Y:372:PRO:HD3 2.14 0.47
1:Y:385: TRP:CD1 1:Y:463:LYS:HA 2.49 0.47
1:B:158:GLU:CD 1:B:325:HIS:HE2 2.16 0.47
1:C:24:TYR:CD2 1:C:59:ALA:HB2 2.50 0.47
1:V:134:ARG:HA 1:V:308:GLY:O 2.14 0.47
1:V:429:GLN:O 1:V:433:GLU:HG3 2.15 0.47
2:6:107:LEU:O 2:6:120:GLY:HA2 2.15 0.47
2:8:134:PRO:HG2 2:8:136:ASN:ND2 2.30 0.47
2:I:97:.THR:HB 2:1:124:GLN:NE2 2.30 0.47
1:B:463:LYS:HD2 6:B:972:HOH:O 2.14 0.47
1:C:165:TYR:CD1 2:K:117:GLN:HB3 2.50 0.47
1:C:339:ARG:NH2 1:C:392:GLU:OE1 2.48 0.47
2:K:107:LEU:O 2:K:120:GLY:HA2 2.15 0.47
1:E:330: THR:O 1:E:331:VAL:HB 2.15 0.47
1:H:45:GLN:HG3 1:H:128:LYS:O 2.14 0.47
1:T:273:GLY:HA3 1:X:273:GLY:HA3 1.96 0.47
1:U:32:ARG:CZ 6:U:1040:HOH:O 2.63 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
2:4:39:ILE:O 2:4:109:ALA:HA 2.15 0.47
1:Y:239: TYR:HE2 | 1:Y:401:GLN:HE22 1.62 0.47
1:Y:259:GLU:OE1 2:8:61:GLY:HA3 2.14 0.47
2:K:127:LYS:NZ 6:K:302:HOH:O 2.47 0.46
1:F:139:ARG:C 1:F:139:ARG:HD2 2.36 0.46
2:P:10:LYS:HE3 6:P:5344:HOH:O 2.15 0.46
1:U:292:HIS:HA 1:U:325:HIS:HB2 1.96 0.46
2:3:5:THR:HG22 2:3:138:ARG:O 2.16 0.46
1:A:37:LEU:HB2 1:A:139:ARG:HB3 1.97 0.46
1:A:273:GLY:HA3 1:E:273:GLY:HA3 1.97 0.46
1:G:290:LEU:HG 2:0:66:LEU:HD11 1.96 0.46
1:S:305:ARG:CZ 6:5:1003:HOH:O 2.63 0.46
1:V:24:TYR:CD2 1:V:59:ALA:HB2 2.50 0.46
1:W:464:GLU:OE1 1:W:464:GLU:HA 2.16 0.46
1:X:383:HIS:CE1 1:X:385: TRP:HB2 2.49 0.46
2:7:97:THR:HB 2:7:124:GLN:NE2 2.30 0.46
2:J:55:GLU:H 2:J:55:GLU:CD 2.18 0.46
2:K:119:MET:HG2 2:K:120:GLY:N 2.30 0.46
1:D:383:HIS:CE1 1:D:385: TRP:HB2 2.51 0.46
1:E:466:LYS:HD3 1:E:468:GLU:CD 2.35 0.46
2:0:67:TYR:CD1 2:0:67:TYR:C 2.89 0.46
1:S:297:-MET:O 1:S:297:-MET:HG2 2.16 0.46
1:W:168:GLY:HA?2 1:W:396:ASP:0O 2.15 0.46
1:Y:411:TRP:CD1 2:7:1:MME:HG3 2.50 0.46
1:V:190: TYR:CZ 1:V:227:LYS:HE3 2.50 0.46
1:B:110:GLU:HB3 1:B:147:-THR:HB 1.97 0.46
1:D:273:GLY:HA3 1:H:273:GLY:HA3 1.98 0.46
2:M:82:GLY:0O 2:M:84:ARG:HG3 2.16 0.46
1:G:19:ASP:HB3 1:G:21:ARG:HG2 1.96 0.46
1:S:429:GLN:O 1:S:433:GLU:HG3 2.15 0.46
1:U:345:PHE:O 1:U:349:MET:HG3 2.15 0.46
2:3:39:ILE:O 2:3:109:ALA:HA 2.16 0.46
1:7Z:10:GLY:O 1:7:12:GLY:N 2.49 0.46
1:B:24:TYR:CD2 1:B:59:ALA:HB2 2.51 0.46
2:J:49:LYS:NZ 6:J:292:HOH:O 2.48 0.46
2:K:97:-THR:HB 2:K:124:GLN:NE2 2.31 0.46
2:K:125:ARG:HD3 2:K:132:TRP:NE1 2.31 0.46
1:D:60:GLU:HG3 1:D:127:PHE:CZ 2.51 0.46
2:L:67:TYR:CD1 2:L:67:TYR:C 2.89 0.46
2:1:91:ARG:CD 6:L:220:HOH:O 2.63 0.46
1:H:32:ARG:NE 6:H:711:HOH:O 2.48 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
1:W:24:TYR:CD2 1:W:59:ALA:HB2 2.50 0.46
1:X:110:GLU:HB3 1:X:147: THR:HB 1.97 0.46
2:K:69:ASP:0O 2:K:70:ASN:HB2 2.16 0.46
1:H:383:HIS:CE1 1:H:385: TRP:HB2 2.50 0.46
1:V:305:ARG:HD2 1:V:474:LYS:O 2.16 0.46
1:W:383:HIS:CE1 1:W:385:TRP:HB2 2.51 0.46
1:X:19:ASP:HB3 1:X:21:ARG:HG2 1.97 0.46
1:Y:392:GLU:OE1 1:Y:438:ALA:HB2 2.16 0.46
1:E:341:VAL:HG12 | 1:E:475:LEU:HD21 1.97 0.46
2:2:67:TYR:CD1 2:2:67:TYR:C 2.89 0.46
1:V:331:VAL:HA 1:V:337:GLY:O 2.16 0.46
1:X:24:TYR:CD2 1:X:59:ALA:HB2 2.50 0.46
2:2:114:LYS:NZ 6:2:303:HOH:O 2.45 0.46
1:V:158:GLU:CD 1:V:325:HIS:HE2 2.19 0.46
1:W:206:VAL:C 1:W:207:ASN:HD22 2.19 0.46
1:B:318:LEU:C 1:B:318:LEU:HD13 2.37 0.46
1:B:387:-MET:HB3 1:B:388:PRO:HD3 1.97 0.46
2:J:86:PRO:O 2:J:90:LEU:HD23 2.16 0.46
1:C:436:ASP:0OD1 1:C:439:ARG:HG3 2.15 0.46
2:N:67:-TYR:CD1 2:N:67:TYR:C 2.89 0.46
1:G:197:LEU:HG 1:G:417:ALA:HB1 1.97 0.46
1:U:94:ASP:O 1:U:95:ASN:CB 2.64 0.46
1:U:383:HIS:CE1 1:U:385: TRP:HB2 2.51 0.46
1:U:474:LYS:HB2 6:U:1027:HOH:O 2.16 0.46
1:X:379:SER:HB2 1:X:401:GLN:HB2 1.98 0.46
1:H:24:TYR:CD2 1:H:59:ALA:HB2 2.50 0.45
1:V:418:ALA:O 1:V:422:VAL:HG23 2.17 0.45
2:5:67:TYR:C 2:5:67:TYR:CD1 2.89 0.45
1:B:389:ALA:O 1:B:393:ILE:HG13 2.16 0.45
2:K:38: TRP:CD2 2:K:118:ILE:HG21 2.51 0.45
1:S:292:HIS:HA 1:S:325:HIS:HB2 1.98 0.45
2:1:107:LEU:O 2:1:120:GLY:HA2 2.16 0.45
6:A:1064:HOH:O 2:N:81:PHE:HB3 2.16 0.45
2:1:39:1LE:O 2:1:109:ALA:HA 2.16 0.45
1:B:66: TRP:CD1 1:F:381:GLY:HA2 2.51 0.45
1:C:381:GLY:HA2 1:G:66: TRP:CD1 2.52 0.45
1:D:134:ARG:HA 1:D:308:GLY:O 2.16 0.45
1:F:175:LYS:HA 1:F:176:PRO:C 2.36 0.45
6:N:321:HOH:O 2:0:58:ILE:CD1 2.61 0.45
1:H:206:VAL:C 1:H:207:ASN:HD22 2.20 0.45
1:S:383:HIS:HE1 1:S:385: TRP:HB2 1.81 0.45
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Atom-1 Atom-2 distance (A) overlap (A)

1:V:318:LEU:HD13 1:V:318:LEU:C 2.37 0.45
1:B:90:VAL:HG23 1:B:97:TYR:HA 1.99 0.45
1:T:345:PHE:O 1:T:349:MET:HG3 2.16 0.45
1:Y:383:HIS:HE1 1:Y:385: TRP:HB2 1.81 0.45
1:B:459:CYS:O 1:B:463:LYS:HB3 2.16 0.45
2:J:67:'TYR:CD1 2:J:67:TYR:C 2.89 0.45
1:E:239: TYR:HE2 1:E:401:GLN:HE22 1.62 0.45
1:H:168:GLY:HA2 1:H:396:ASP:O 2.17 0.45
2:P:118:ILE:HD12 2:P:119:MET:HG3 1.99 0.45
1:W:290:LEU:HG 2:5:66:LEU:HD11 1.97 0.45
1:X:197:LEU:HG 1:X:417:ALA:HB1 1.97 0.45
1:C:177:LYS:HB2 1:G:63:THR:HA 1.98 0.45
1:D:139:ARG:C 1:D:139:ARG:HD2 2.37 0.45
1:E:383:HIS:HE1 1:E:385: TRP:HB2 1.81 0.45
1:5:435:ARG:NH1 6:S:1018:HOH:O 2.47 0.45
1:Y:170:LEU:HD11 1:Y:421:ARG:HA 1.99 0.45
1:7Z:197:.LEU:HG 1:7:417:ALA:HB1 1.98 0.45
1:F:118: THR:O 1:F:122:GLY:HA3 2.17 0.45
1:H:331:VAL:HA 1:H:337:GLY:O 2.16 0.45
1:T:409:HIS:CD2 1:T:416:GLY:HA2 2.52 0.45
2:3:67:TYR:CD1 2:3:67:TYR:C 2.90 0.45
1:X:139:ARG:HD2 1:X:139:ARG:C 2.36 0.45
2:1:67:TYR:CD1 2:I:67:TYR:C 2.90 0.45
1:G:471: THR:O 1:G:474:LYS:HE3 2.17 0.45
1:Y:190: TYR:CZ 1:Y:227:LYS:HE3 2.51 0.45
1:T:158:GLU:CD 1:T:325:HIS:HE2 2.20 0.45
2:J:33:ILE:HD11 2:J:119:MET:CE 2.47 0.45
1:C:450:LYS:N 1:C:450:LYS:HE3 2.32 0.45
1:S:387:MET:HB3 1:S:388:PRO:HD3 1.99 0.45
2:5:22:SER:OG 2:5:25:GLN:HG3 2.17 0.45
1:X:331:VAL:HA 1:X:337:GLY:O 2.17 0.45
1:Y:299:ALA:HA 1:Y:302:ASP:OD1 2.17 0.45
1:A:175:LYS:HA 1:A:176:PRO:C 2.38 0.44
1:E:32:ARG:NH1 6:E:819:HOH:O 2.49 0.44
1:S:32:ARG:HG2 1:S:32:ARG:NH1 2.31 0.44
1:T:421:ARG:O 1:T:425:GLU:HG3 2.17 0.44
1:V:282:ILE:HG23 5:V:616:GOL:H31 1.99 0.44
1:A:331:VAL:HA 1:A:337:GLY:O 2.17 0.44
1:B:463:LYS:HE3 1:B:463:LYS:HB2 1.76 0.44
1:C:63: THR:HA 1:G:177:LYS:HB2 1.99 0.44
1:C:383:HIS:CE1 1:C:385: TRP:HB2 2.52 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
1:D:463:LYS:O 1:D:463:LYS:HD3 2.17 0.44
1:E:45:GLN:HG3 1:E:128:LYS:0O 2.17 0.44
1:E:175:LYS:HA 1:E:176:PRO:C 2.37 0.44
2:N:118:ILE:CD1 2:N:119:MET:HG3 2.46 0.44
1:U:45:GLN:HG3 1:U:128:LYS:0O 2.17 0.44
1:V:383:HIS:CE1 1:V:385: TRP:HB2 2.53 0.44
2:4:105:VAL:O 2:4:122:LEU:HD12 2.17 0.44
1:W:385:TRP:CD1 1:W:463:LYS:HA 2.53 0.44
2:6:39:ILE:O 2:6:109:ALA:HA 2.18 0.44
1:Y:450:LYS:HE2 6:Y:975:HOH:O 2.16 0.44
1:B:383:HIS:CE1 1:B:385: TRP:HB2 2.52 0.44
1:B:429:GLN:O 1:B:433:GLU:HG3 2.17 0.44
1:C:292:HIS:HA 1:C:325:HIS:HB2 1.99 0.44
2:0:97:THR:HB 2:0:124:GLN:NE2 2.32 0.44
2:P:107:LEU:O 2:P:120:GLY:HA2 2.18 0.44
2:6:91:ARG:NH2 6:6:260:HOH:O 2.50 0.44
2:L:24:GLU:HG3 6:L:245:-HOH:O 2.17 0.44
1:G:168:GLY:HA2 1:G:396:ASP:O 2.17 0.44
1:G:318:LEU:HD13 1:G:318:LEU:C 2.38 0.44
1:T:239:TYR:HB3 1:T:266:MET:HB3 2.00 0.44
2:4:109:ALA:HB3 2:4:119:MET:HG3 1.99 0.44
1:W:118:THR:O 1:W:122:GLY:HA3 2.18 0.44
2:8:67:TYR:CD1 2:8:67:TYR:C 2.90 0.44
1:E:197:LEU:HG 1:E:417:ALA:HB1 1.99 0.44
1:F:379:SER:HB2 1:F:401:GLN:HB2 1.99 0.44
1:U:139:ARG:C 1:U:139:ARG:HD2 2.37 0.44
1:U:190: TYR:CZ 1:U:227:LYS:HE3 2.52 0.44
1:X:302:ASP:HB2 6:X:623:HOH:O 2.17 0.44
1:Y:110:GLU:HB3 1:Y:147:-THR:HB 1.99 0.44
1:H:32:ARG:NH2 6:H:711:HOH:O 2.51 0.44
1:V:175:LYS:HA 1:V:176:PRO:C 2.38 0.44
1:W:93:GLU:CG 1:W:96:GLN:HB2 2.48 0.44
1:X:239:TYR:HE2 | 1:X:401:GLN:HE22 1.65 0.44
1:X:387:-MET:HB3 1:X:388:PRO:HD3 1.99 0.44
1:E:200: THR:O 1:E:238:HIS:HA 2.18 0.44
2:N:130:ARG:CG 2:N:130:ARG:NH2 2.80 0.44
1:G:379:SER:HB2 1:G:401:GLN:HB2 1.99 0.44
1:S:175:LYS:HA 1:S:176:PRO:C 2.38 0.44
2:5:118:ILE:HD12 2:5:119:MET:HG3 2.00 0.44
1:A:110:GLU:HB3 1:A:147:THR:HB 2.00 0.44
1:D:170:LEU:HD11 1:D:421:ARG:HA 2.00 0.44
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Atom-1 Atom-2 distance (A) overlap (A)

1:E:385: TRP:CZ2 1:E:459:CYS:HB3 2.53 0.44
1:F:19:ASP:HB3 1:F:21:ARG:HG2 1.98 0.44
1:G:175:LYS:HA 1:G:176:PRO:C 2.38 0.44
2:0:109:ALA:HB3 2:0:119:MET:HG3 1.99 0.44
1:W:134:ARG:HA 1:W:308:GLY:O 2.18 0.44
1:Y:387:MET:HB3 1:Y:388:PRO:HD3 2.00 0.44
2:8:8:ASN:O 2:8:133:GLN:HG2 2.18 0.44
1:D:175:LYS:HA 1:D:176:PRO:C 2.38 0.44
1:E:248:GLU:O 1:E:252:LYS:HG3 2.18 0.44
1:G:297:-MET:O 1:G:297:-MET:HG2 2.18 0.44
2:0:8:ASN:O 2:0:133:GLN:HG2 2.17 0.44
1:S:19:ASP:HB3 1:S:21:ARG:HG2 2.00 0.44
2:4:53:SER:OG 2:4:55:GLU:OE1 2.33 0.44
1:7:331:VAL:HA 1:7:337:GLY:O 2.17 0.44
1:7:475:LEU:OXT 1:7:475:LEU:HD13 2.18 0.44
1:C:175:LYS:HA 1:C:176:PRO:C 2.38 0.43
1:U:8:LYS:HB2 2:8:84:ARG:NH1 2.33 0.43
1:D:190:TYR:CZ 1:D:227:LYS:HE3 2.53 0.43
2:1:39:ILE:O 2:1:109:ALA:HA 2.17 0.43
1:T:66: TRP:CD1 1:X:381:GLY:HA2 2.53 0.43
1:U:450:LYS:HD2 1:U:450:LYS:N 2.32 0.43
2:3:97:THR:HB 2:3:124:GLN:NE2 2.33 0.43
1:B:175:LYS:HA 1:B:176:PRO:C 2.38 0.43
1:B:461:VAL:HG23 1:B:462: TRP:CD2 2.53 0.43
2:J:38:TRP:O 2:J:40:PRO:HD3 2.17 0.43
1:C:331:VAL:HA 1:C:337:GLY:O 2.18 0.43
1:F:142:PRO:O 1:F:146:LYS:HG2 2.18 0.43
1:H:88:GLU:HG2 1:H:98:ILE:HB 2.00 0.43
1:Y:206:VAL:C 1:Y:207:ASN:HD22 2.22 0.43
1:7:19:ASP:HB3 1:7:21:ARG:HG2 2.00 0.43
1:7:411:TRP:CD1 2:8:1:MME:HG3 2.53 0.43
1:C:239: TYR:HB3 1:C:266:MET:HB3 2.01 0.43
1:C:411: TRP:CD1 2:K:1:MME:HG3 2.53 0.43
1:E:411: TRP:HH2 2:M:2:-MET:HE3 1.81 0.43
2:M:97.THR:HB 2:M:124:GLN:NE2 2.34 0.43
1:B:190: TYR:CZ 1:B:227:LYS:HE3 2.53 0.43
1:E:327:HIS:HA 1:E:377:VAL:HB 2.00 0.43
2:1:67:TYR:CD1 2:1:67:TYR:C 2.92 0.43
1:U:8:LYS:CB 2:8:84:ARG:HD3 2.43 0.43
2:3:13:GLU:HB3 2:3:14:THR:H 1.67 0.43
2:4:102:ASP:HB3 6:4:312:HOH:O 2.18 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

1:W:175:LYS:HA 1:W:176:PRO:C 2.39 0.43
1:Y:175:LYS:HA 1:Y:176:PRO:C 2.39 0.43
2:7:67:TYR:CD1 2:7:67:TYR:C 291 0.43
1:A:18:LYS:O 5:A:605:GOL:H11 2.19 0.43
1:A:24:TYR:CD2 1:A:59:ALA:HB2 2.53 0.43
1:A:45:GLN:HG3 1:A:128:LYS:O 2.19 0.43
1:A:134:ARG:HD2 1:A:305:ARG:O 2.19 0.43
1:D:165:TYR:CD1 2:1:117:GLN:HB3 2.54 0.43
2:2:94:VAL:O 2:2:98:LYS:HG3 2.18 0.43
1:U:273:GLY:HA3 1:Y:273:GLY:HA3 2.01 0.43
2:3:134:PRO:HD2 2:3:137:LYS:CD 2.46 0.43
1:V:206:VAL:C 1:V:207:ASN:HD22 2.22 0.43
1:W:45:GLN:HG3 1:W:128:LYS:O 2.18 0.43
2:5:8:ASN:O 2:5:133:GLN:HG2 2.19 0.43
1:7:110:GLU:HB3 1:7:147:THR:HB 2.00 0.43
2:I:87-MET:HE3 6:1:269:HOH:O 2.17 0.43
1:B:230:ALA:O 2:J:10:LYS:HE2 2.18 0.43
1:B:381:GLY:HA2 1:F:66: TRP:CD1 2.53 0.43
1:E:24:TYR:CD2 1:E:59:ALA:HB2 2.53 0.43
1:E:165:TYR:CD1 2:M:117:GLN:HB3 2.53 0.43
2:M:67:TYR:CD1 2:M:67:TYR:C 2.92 0.43
1:H:282:ILE:HG23 5:H:619:GOL:C3 2.49 0.43
6:W:664:HOH:O 1:X:161:LYS:HE2 2.19 0.43
1:B:18:LYS:CG 5:B:606:GOL:H32 2.49 0.43
1:B:345:PHE:O 1:B:349:MET:HG3 2.19 0.43
1:F:24:TYR:CD2 1:F:59:ALA:HB2 2.54 0.43
1:F:383:HIS:HE1 1:F:385: TRP:HB2 1.83 0.43
1:U:153:HIS:CD2 1:U:161:LYS:HE3 2.53 0.43
1:U:175:LYS:HA 1:U:176:PRO:C 2.38 0.43
1:7:175:LYS:HA 1:7:176:PRO:C 2.39 0.43
1:C:158:GLU:CD 1:C:325:HIS:HE2 2.21 0.43
1:E:206:VAL:C 1:E:207:ASN:HD22 2.22 0.43
1:F:297.-MET:HG2 1:F:297:-MET:O 2.18 0.43
2:0:39:ILE:O 2:0:109:ALA:HA 2.19 0.43
2:2:118:ILE:HD12 2:2:119:MET:HG3 2.01 0.43
1:U:385: TRP:NE1 1:U:463:LYS:HA 2.34 0.43
1:Y:439:ARG:HD2 6:Y:942:HOH:O 2.19 0.43
1:F:387:MET:HB3 1:F:388:PRO:HD3 2.00 0.43
2:P:67:TYR:C 2:P:67:TYR:CD1 2.92 0.43
1:V:88:GLU:HG3 1:V:100: TYR:HE1 1.83 0.43
1:V:110:GLU:HB3 1:V:147:-THR:HB 2.01 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

1:V:457:ALA:O 1:V:461:VAL:HG23 2.19 0.43
1:X:175:LYS:HA 1:X:176:PRO:C 2.39 0.43
1:Y:185:TYR:O 1:Y:189:VAL:HG23 2.19 0.43
2:7:119:MET:HB2 6:7:5747:HOH:O 2.19 0.43
2:J:39:ILE:O 2:J:109:ALA:HA 2.19 0.42
2:M:39:ILE:O 2:M:109:ALA:HA 2.19 0.42
1:H:139:ARG:HD2 1:H:139:ARG:C 2.39 0.42
2:4:67:'TYR:CD1 2:4:67:TYR:C 2.92 0.42
1:72:190: TYR:CZ 1:7:227:LYS:HE3 2.54 0.42
1:7:451: TRP:CH2 2:8:19:PRO:HD3 2.53 0.42
2:8:13:GLU:HB3 2:8:14: THR:H 1.70 0.42
1:D:239:TYR:HB3 1:D:266:MET:HB3 2.00 0.42
1:G:429:GLN:O 1:G:433:GLU:HG3 2.19 0.42
1:H:110:GLU:HB3 1:H:147: THR:HB 2.00 0.42
1:H:239:TYR:HE2 | 1:H:401:GLN:HE22 1.66 0.42
1:7:451:TRP:CZ2 2:8:19:PRO:HD3 2.54 0.42
1:C:88:GLU:HA 1:C:89:PRO:HD3 1.92 0.42
1:D:19:ASP:HB3 1:D:21:ARG:HG2 2.01 0.42
1:E:117:PHE:O 1:E:121:VAL:HG22 2.19 0.42
1:H:190: TYR:CZ 1:H:227:LYS:HE3 2.54 0.42
2:1:14:THR:O 2:1:15:PHE:HB2 2.20 0.42
1:T:175:LYS:HA 1:T:176:PRO:C 2.40 0.42
1:T:381:GLY:HA2 1:X:66: TRP:CD1 2.54 0.42
2:2:129:ALA:HB3 2:2:132:TRP:CZ3 2.54 0.42
2:3:137:LYS:HB3 6:3:242:HOH:O 2.18 0.42
1:V:341:VAL:HG23 | 1:V:475:LEU:HD21 2.01 0.42
2:8:134:PRO:HG2 2:8:136:ASN:HD21 1.84 0.42
1:A:14:LYS:HE3 1:A:15:ALA:O 2.20 0.42
1:C:14:LYS:HA 1:C:14:LYS:HD2 1.79 0.42
1:E:259:GLU:OE1 2:N:61:GLY:HA3 2.20 0.42
1:F:331:VAL:HA 1:F:337:GLY:O 2.19 0.42
1:G:110:GLU:HB3 1:G:147:THR:HB 2.01 0.42
1:S:432:ASN:HD22 2:1:29:GLN:NE2 2.10 0.42
1:T:45:GLN:HG3 1:T:128:LYS:0O 2.19 0.42
1:T:199:PHE:HA 1:T:237:GLY:O 2.20 0.42
1:T:451: TRP:CH2 2:2:19:PRO:HD3 2.54 0.42
1:T:464:GLU:OE2 1:T:464:GLU:HA 2.20 0.42
1:U:214: TRP:CD2 1:U:253:ARG:HG2 2.53 0.42
1:7:24:TYR:CE1 1:7:81:LYS:HB2 2.54 0.42
2:L:13:GLU:HB3 2:L:14:THR:H 1.68 0.42
1:E:331:VAL:HA 1:E:337:GLY:O 2.19 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

1:F:429:GLN:O 1:F:433:GLU:HG3 2.18 0.42
1:S:45:GLN:HG3 1:S:128:LYS:O 2.19 0.42
1:S:134:ARG:HD2 1:S:305:ARG:O 2.19 0.42
1:U:381:GLY:HA2 1:Y:66: TRP:CD1 2.54 0.42
1:V:45:GLN:HG3 1:V:128:LYS:O 2.19 0.42
1:V:239:TYR:HB3 1:V:266:MET:HB3 2.00 0.42
1:D:387:MET:HB3 1:D:388:PRO:HD3 2.01 0.42
1:T:338:GLU:OE1 1:T:341:VAL:HG23 2.19 0.42
1:Y:24:TYR:CD2 1:Y:59:ALA:HB2 2.53 0.42
1:A:158:GLU:CD 1:A:325:HIS:HE2 2.21 0.42
1:B:65: THR:HG22 6:B:662:HOH:O 2.20 0.42
1:D:199:PHE:HA 1:D:237:GLY:O 2.19 0.42
1:G:49:PRO:HA 1:G:50:PRO:HD3 1.98 0.42
1:G:331:VAL:HA 1:G:337:GLY:O 2.19 0.42
1:G:383:HIS:CE1 1:G:385: TRP:HB2 2.55 0.42
2:1:55:GLU:CD 2:1:55:GLU:H 2.17 0.42
1:T:118:THR:O 1:T:122:GLY:HA3 2.20 0.42
1:U:221:VAL:O 1:U:225:1ILE:HG13 2.19 0.42
1:U:356:LYS:HE3 6:U:832:HOH:O 2.20 0.42
1:7:447:SER:O 1:7:450:LYS:HB2 2.19 0.42
1:B:88:GLU:HB3 1:B:98:.ILE:HB 2.02 0.42
2:K:39:ILE:O 2:K:109:ALA:HA 2.20 0.42
2:K:52:VAL:HA 2:K:69:ASP:O 2.19 0.42
2:K:67:TYR:CD1 2:K:67:TYR:C 2.93 0.42
1:D:331:VAL:HA 1:D:337:GLY:O 2.20 0.42
2:M:32:TYR:HE1 6:M:313:HOH:O 2.02 0.42
1:F:168:GLY:HA2 1:F:396:ASP:O 2.20 0.42
2:N:102:ASP:0O 2:N:126:PRO:HB3 2.20 0.42
1:G:158:GLU:CD 1:G:325:HIS:HE2 2.20 0.42
1:7:239:TYR:HB3 1:7:266:-MET:HB3 2.02 0.42
1:A:171:GLY:HA3 1:A:401:GLN:HG2 2.02 0.42
1:A:259:GLU:OE1 2:L:61:GLY:HA3 2.20 0.42
2:K:39:ILE:HA 2:K:40:PRO:HD3 1.92 0.42
2:M:138:ARG:HD2 6:M:241:HOH:O 2.18 0.42
1:F:110:GLU:HB3 1:F:147:-THR:HB 2.01 0.42
1:H:239:TYR:HB3 1:H:266:MET:HB3 2.01 0.42
1:U:318:LEU:C 1:U:318:LEU:HD13 2.40 0.42
1:V:409:HIS:CD2 1:V:416:GLY:HA2 2.55 0.42
1:W:93:GLU:HG2 1:W:96:GLN:HB2 2.02 0.42
1:W:463:LYS:HB2 1:W:463:LYS:HE3 1.86 0.42
2:6:133:GLN:NE2 2:6:134:PRO:HD2 2.34 0.42
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:Y:214: TRP:CD2 1:Y:253:ARG:HG2 2.55 0.42
1:Y:318:LEU:HD13 1:Y:318:LEU:C 2.40 0.42
1:7:10:GLY:N 6:7:1083:HOH:O 2.52 0.42
1:B:418:ALA:O 1:B:422:VAL:HG23 2.19 0.41
1:D:290:LEU:HG 2:L:66:LEU:CD1 2.48 0.41
1:X:206:VAL:C 1:X:207:ASN:HD22 2.23 0.41
1:A:381:GLY:HA2 1:E:66:TRP:CD1 2.54 0.41
1:E:19:ASP:HB3 1:E:21:ARG:HG2 2.02 0.41
6:E:683:HOH:O 5:F:617:GOL:H31 2.19 0.41
2:N:14:THR:O 2:N:15:PHE:HB2 2.19 0.41
1:H:409:HIS:CD2 1:H:416:GLY:HA2 2.55 0.41
2:1:69:ASP:O 2:1:70:ASN:HB2 2.20 0.41
1:T:110:GLU:HB3 1:T:147:THR:HB 2.02 0.41
2:2:88:GLN:HG2 2:2:91:ARG:NH2 2.35 0.41
2:7:57:ALA:HA 2:7:60:PHE:CD2 2.55 0.41
1:E:190: TYR:CZ 1:E:227:LYS:HE3 2.55 0.41
1:H:195:GLY:HA3 1:H:417:ALA:HB3 2.02 0.41
2:2:85:ASP:HA 2:2:86:PRO:HD2 1.93 0.41
1:U:24:TYR:CD2 1:U:59:ALA:HB2 2.55 0.41
1:V:77:LEU:HD23 1:V:77:LEU:HA 1.89 0.41
2:6:13:GLU:HB3 2:6:14:THR:H 1.66 0.41
1:7:206:VAL:C 1:7:207:ASN:HD22 2.23 0.41
1:7:475:LEU:HD13 6:7:702:HOH:O 2.19 0.41
2:8:39:ILE:O 2:8:109:ALA:HA 2.20 0.41
1:A:318:LEU:HD13 1:A:318:LEU:C 2.41 0.41
1:B:421:ARG:O 1:B:425:GLU:HG3 2.21 0.41
1:C:318:.LEU:HD13 1:C:318:.LEU:C 2.41 0.41
2:N:69:ASP:O 2:N:70:ASN:HB2 2.21 0.41
1:S:190:TYR:CZ 1:S:227:LYS:HE3 2.55 0.41
1:T:360: ARG:NH?2 6:T1:1026:HOH:O 2.53 0.41
1:V:177:LYS:HB2 1:7:63: THR:HA 2.02 0.41
1:X:168:GLY:HA2 1:X:396:ASP:O 2.21 0.41
1:B:458:ALA:O 1:B:461:VAL:HG22 2.20 0.41
1:D:9:ALA:HA 2:M:84:ARG:HE 1.84 0.41
2:L:15:PHE:CE2 2:L:119:MET:HE1 2.56 0.41
2:L:97:THR:HB 2:1:124:GLN:NE2 2.36 0.41
2:0:76: TRP:CZ2 2:0:77:LYS:HE3 2.56 0.41
1:U:158:GLU:CD 1:U:325:HIS:HE2 2.19 0.41
1:V:293:.ILE:HG13 | 1:V:318:LEU:HD21 2.02 0.41
1:W:32:ARG:NH1 6:W:862:HOH:O 2.52 0.41
1:X:165:TYR:CD1 2:6:117:GLN:HB3 2.55 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:C:139:ARG:HD2 1:C:139:ARG:C 2.41 0.41
2:1:118:ILE:HD12 2:L:118:ILE:C 2.40 0.41
2:L:119:MET:CG 2:1:120:GLY:N 2.84 0.41
2:P:38: TRP:O 2:P:40:PRO:HD3 2.20 0.41
2:2:134:PRO:HG2 2:2:137:LYS:HB2 2.02 0.41
1:D:45:GLN:HG3 1:D:128:LYS:0O 2.19 0.41
1:T:411: TRP:CZ3 2:2:2:MET:HG3 2.56 0.41
1:U:387:MET:HB3 1:U:388:PRO:HD3 2.02 0.41
1:V:234:GLU:OE2 2:4:13:GLU:HA 2.21 0.41
2:5:85:ASP:HA 2:5:86:PRO:HD2 1.89 0.41
1:7:83:ARG:O 1:7:101:VAL:HA 2.21 0.41
1:B:447:SER:O 1:B:450:LYS:HB2 2.20 0.41
1:C:385: TRP:CZ2 1:C:459:CYS:HB3 2.55 0.41
2:K:14:THR:O 2:K:15:PHE:HB2 2.21 0.41
2:K:134:PRO:HG2 2:K:137:LYS:HB2 2.03 0.41
1:F:474:LYS:HG2 6:F:976:HOH:O 2.20 0.41
1:S:90:VAL:O 1:S:93:GLU:HB2 2.20 0.41
1:S:331:VAL:HA 1:S:337:GLY:O 2.19 0.41
1:S:448:ALA:HA 1:S:451:TRP:NE1 2.36 0.41
2:7:14:THR:O 2:7:15:PHE:HB2 2.21 0.41
2:8:97:THR:HB 2:8:124:GLN:NE2 2.36 0.41
1:B:296:ALA:O 1:B:297:-MET:CB 2.64 0.41
1:C:110:GLU:HB3 1:C:147:THR:HB 2.03 0.41
1:C:266:MET:HA 1:C:292:HIS:O 2.20 0.41
2:K:33:ILE:HG21 2:K:40:PRO:HG3 2.03 0.41
1:E:451:TRP:CZ2 2:M:19:PRO:HD3 2.56 0.41
2:M:14:THR.:O 2:M:15:PHE:HB?2 2.20 0.41
2:M:85:ASP:HA 2:M:86:PRO:HD2 1.93 0.41
1:H:387:MET:HB3 1:H:388:PRO:HD3 2.01 0.41
2:P:39:ILE:O 2:P:109:ALA:HA 2.20 0.41
1:S:410:PRO:HD3 1:S:461:VAL:HG21 2.02 0.41
2:2:14:THR:O 2:2:15:PHE:HB2 2.20 0.41
2:2:39:ILE:O 2:2:109:ALA:HA 2.20 0.41
1:V:387:MET:HB3 1:V:388:PRO:HD3 2.03 0.41
1:W:151:HYP:HA 1:W:152:PRO:HD3 2.00 0.41
1:X:151:HYP:HA 1:X:152:PRO:HD3 1.95 0.41
1:Y:160:ASP:HA 1:Y:165: TYR:OH 2.21 0.41
2:8:130:ARG:NH1 2:8:130:ARG:HB2 2.36 0.41
1:B:37:LEU:HB2 1:B:139:ARG:HB3 2.03 0.41
1:F:141:PRO:HA 1:F:142:PRO:HD3 1.99 0.41
1:G:32:ARG:NH2 6:G:939:HOH:O 2.54 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:G:214:TRP:CD2 1:G:253:ARG:HG2 2.55 0.41
1:H:293:ILE:HG13 | 1:H:318:LEU:HD21 2.03 0.41
2:P:13:GLU:HB3 2:P:14: THR:H 1.68 0.41
2:P:14:THR:O 2:P:15:PHE:HB2 2.20 0.41
2:2:77:LYS:HB3 2:3:1:MME:HE3 2.03 0.41
1:V:345:PHE:O 1:V:349:MET:HG3 2.21 0.41
2:6:85:ASP:HA 2:6:86:PRO:HD2 1.93 0.41
2:6:107:LEU:HG 2:6:119:MET:HE1 2.03 0.41
1:Y:177:LYS:HG2 1:Y:203:ASP:0OD2 2.21 0.41
1:Y:331:VAL:HA 1:Y:337:GLY:O 2.20 0.41
1:C:134:ARG:HD3 1:C:136:GLU:OE2 2.21 0.40
1:D:118:THR:O 1:D:122:GLY:HA3 2.21 0.40
1:D:170:LEU:CD1 1:D:421:ARG:HA 2.52 0.40
1:G:151:HYP:HA 1:G:152:PRO:HD3 1.97 0.40
1:T:141:PRO:HA 1:T:142:PRO:HD3 1.98 0.40
2:6:33:ILE:HD11 2:6:119:MET:CE 2.47 0.40
1:Y:134:ARG:HA 1:Y:308:GLY:O 2.21 0.40
1:7:387:-MET:HB3 1:7:388:PRO:HD3 2.03 0.40
2:8:107:LEU:O 2:8:120:GLY:HA2 2.21 0.40
2:M:13:GLU:HB3 2:M:14:-THR:H 1.68 0.40
2:P:8:ASN:O 2:P:133:GLN:HG2 2.21 0.40
1:W:411:TRP:CD1 2:5:1:MME:HG3 2.56 0.40
1:Y:37:LEU:O 1:Y:138:LEU:HA 2.21 0.40
1:Y:290:LEU:HG 2:7:66:LEU:CD1 2.51 0.40
1:A:345:PHE:O 1:A:349:MET:HG3 2.22 0.40
2:1:14:THR:O 2:1:15:PHE:HB2 2.20 0.40
2:K:136:ASN:N 2:K:136:ASN:ND2 2.69 0.40
2:N:118:.ILE:HD12 2:N:119:MET:N 2.36 0.40
1:H:175:LYS:HA 1:H:176:PRO:C 2.41 0.40
1:S:118:THR:O 1:S:122:GLY:HA3 2.21 0.40
1:U:110:GLU:HB3 1:U:147: THR:HB 2.03 0.40
1:V:151:HYP:HA 1:V:152:PRO:HD3 1.94 0.40
1:W:195:GLY:HA3 | 1:W:417:ALA:HB3 2.04 0.40
1:7:266:MET:HA 1:7:292:HIS:0O 2.21 0.40
1:7:383:HIS:CE1 1:7:385:TRP:HB2 2.56 0.40
1:B:451: TRP:CH2 2:J:19:PRO:HD3 2.56 0.40
2:J:124:GLN:HG2 2:J:125:ARG:N 2.37 0.40
1:C:24:TYR:CG 1:C:59:ALA:HB2 2.57 0.40
2:K:13:GLU:HB3 2:K:14:THR:H 1.67 0.40
1:F:134:ARG:HD2 1:F:305:ARG:O 2.22 0.40
1:H:151:HYP:HA 1:H:152:PRO:HD3 1.99 0.40

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:T:63: THR:HA 1:X:177:LYS:HB2 2.04 0.40
1:T:302:ASP:HB2 6:T:816:HOH:O 2.20 0.40
1:U:177:LYS:HB2 1:Y:62:SER:O 2.21 0.40
2:3:14:THR:O 2:3:15:PHE:HB2 2.21 0.40
2:3:130:ARG:NH2 6:3:283:HOH:O 2.53 0.40
2:5:13:GLU:HB3 2:5:14: THR:H 1.68 0.40
2:5:107:LEU:O 2:5:120:GLY:HA2 2.21 0.40
2:6:125:ARG:HD3 2:6:132: TRP:CD1 2.55 0.40
1:A:425:GLU:OE1 2:I:17:TYR:HB2 2.22 0.40
6:D:1017:HOH:O 2:L:119:MET:CE 2.70 0.40
1:F:239:TYR:HB3 1:F:266:MET:HB3 2.03 0.40
2:N:107:LEU:O 2:N:120:GLY:HA2 2.21 0.40
1:G:293:ILE:HG13 | 1:G:318:LEU:HD21 2.04 0.40
1:S:409:HIS:CD2 1:S:416:GLY:HA2 2.56 0.40
1:U:201:KCX:HB2 1:U:239:TYR:CD2 2.56 0.40
1:U:206:VAL:C 1:U:207:ASN:HD22 2.25 0.40
1:V:63:THR:HA 1:Z:177:LYS:HB2 2.03 0.40
1:W:88:GLU:CG 1:W:98:ILE:HB 2.51 0.40
1:X:422:VAL:HG13 | 1:X:451:TRP:CH2 2.56 0.40
1:Y:269: TYR:CD2 | 1:Y:318:LEU:HD23 2.57 0.40
1:Y:284:CYS:HB3 1:Y:289:LEU:O 2.21 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution.

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 461/475 (97%) 444 (96%) | 15 (3%) 2 (0%) 34 120
1 B 460/475 (97%) 443 (96%) | 16 (4%) 1 (0%) 47 33
1 C 459/475 (97%) 445 (97%) | 13 (3%) 1 (0%) 47 33
1 D 460/475 (97%) 445 (97%) | 14 (3%) 1 (0%) 47 33

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 E 458 /475 (96%) | 442 (96%) | 15 (3%) | 1 (0%) 47 33
1 F 458 /475 (96%) | 441 (96%) | 16 (4%) | 1 (0%) 47 33
1 G 459/475 (97%) | 445 (97%) | 13 (3%) | 1 (0%) 47 33
1 H 461/475 (97%) | 448 (97%) | 11 (2%) | 2 (0%) 34 20
1 S 458 /475 (96%) | 441 (96%) | 16 (4%) | 1 (0%) 47 33
1 T 459/475 (97%) | 445 (97%) | 12 (3%) | 2 (0%) 34 20
1 U 462/475 (97%) | 443 (96%) | 17 (4%) | 2 (0%) 34 20
1 V 462/475 (97%) | 443 (96%) | 17 (4%) | 2 (0%) 34 20
1 W 459/475 (97%) | 443 (96%) | 15 (3%) | 1 (0%) 47 33
1 X 459/475 (97%) | 444 (97%) | 13 (3%) | 2 (0%) 34 20
1 Y 458 /475 (96%) | 444 (97%) | 13 (3%) | 1 (0%) 47 33
1 Z 459/475 (97%) | 442 (96%) | 15 (3%) | 2 (0%) 34 120
2 1 138/140 (99%) | 130 (94%) | 8 (6%) 0
2 2 138/140 (99%) | 131 (95%) | 7 (5%) 0 (100 | 100]
2 3 138/140 (99%) | 130 (94%) | 8 (6%) 0 |
2 4 138/140 (99%) | 129 (94%) | 9 (6%) 0 |
2 5 138/140 (99%) | 130 (94%) | 8 (6%) 0 |
2 6 138/140 (99%) | 131 (95%) | 7 (5%) 0 100 ] [100]
2 7 138/140 (99%) | 129 (94%) | 9 (6%) 0 |
2 8 138/140 (99%) | 133 (96%) | 5 (4%) 0 |
2 I 138/140 (99%) | 129 (94%) | 9 (6%) 0 100 | 100]
2 J 138/140 (99%) | 130 (94%) | 8 (6%) 0 |
2 K 138/140 (99%) | 128 (93%) | 10 (7%) 0 |
2 L 138/140 (99%) | 129 (94%) | 9 (6%) 0 |
2 M 138/140 (99%) | 130 (94%) | 8 (6%) 0 |
2 N 138/140 (99%) | 130 (94%) | 8 (6%) 0 |
2 0 138/140 (99%) | 130 (94%) | 8 (6%) 0 |
2 P 138/140 (99%) | 130 (94%) | 8 (6%) 0 |
All | Al | 9560/9840 (97%) | 9177 (96%) | 360 (4%) | 23 (0%) 47 33

All (23) Ramachandran outliers are listed below:

WO RLDWIDE
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Mol | Chain | Res | Type
1 A 9 ALA
1 T 11 ALA
1 U 8 LYS
1 7 11 ALA
1 X 11 ALA
1 H 9 ALA
1 \Y 8 LYS
1 C 337 GLY
1 T 337 GLY
1 U 337 GLY
1 / 337 GLY
1 D 337 GLY
1 F 337 GLY
1 G 337 GLY
1 H 337 GLY
1 S 337 GLY
1 \Y 337 GLY
1 W 337 GLY
1 X 337 GLY
1 Y 337 GLY
1 A 337 GLY
1 B 337 GLY
1 E 337 GLY

5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a
percentile score with respect to all X-ray entries followed by that with respect to entries of similar
resolution.

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 369/376 (98%) | 367 (100%) | 2 (0%) |
1 B 368/376 (98%) | 366 (100%) | 2 (0%) 881185
1 C 368/376 (98%) | 363 (99%) | 5 (1%) 67 55
1 D 368/376 (98%) | 366 (100%) | 2 (0%) | 4s8)|85)
1 E 368/376 (98%) | 364 (99%) | 4 (1%) 73 64
1 F 368/376 (98%) | 367 (100%) | 1 (0%) 921190
1 G 368/376 (98%) | 363 (99%) | 5 (1%) 67 55
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 H 369/376 (98%) 366 (99%) 3 (1%) 81, 75
1 S 368/376 (98%) | 367 (100%) 1 (0%) 928190
1 T 368/376 (98%) 365 (99%) 3 (1%) 81, 75
1 U 370/376 (98%) 367 (99%) 3 (1%) 81 75
1 \Y 370/376 (98%) 367 (99%) 3 (1%) 81, 75
1 A 368/376 (98%) 364 (99%) 4 (1%) 73 64
1 X 368/376 (98%) 364 (99%) 4 (1%) 73 64
1 Y 368/376 (98%) 364 (99%) 4 (1%) 73 64
1 Z 368/376 (98%) 363 (99%) 5 (1%) 67 55
2 1 123/123 (100%) | 121 (98%) 2 (2%) 62 49
2 2 123/123 (100%) | 121 (98%) 2 (2%) 62 49
2 3 123/123 (100%) | 121 (98%) 2 (2%) 62 49
2 4 123/123 (100%) | 121 (98%) 2 (2%) 62 49
2 5 123/123 (100%) | 122 (99%) 1 (1%) 81, 75
2 6 123/123 (100%) | 122 (99%) 1 (1%) 81, 75
2 7 123/123 (100%) | 122 (99%) 1 (1%) 81 75
2 8 123/123 (100%) | 121 (98%) 2 (2%) 62 49
2 I 123/123 (100%) | 121 (98%) 2 (2%) 62 49
2 J 123/123 (100%) | 121 (98%) 2 (2%) 62 49
2 K 123/123 (100%) | 120 (98%) 3 (2%) 49 32
2 L 123/123 (100%) | 120 (98%) 3 (2%) 49 32
2 M 123/123 (100%) | 121 (98%) 2 (2%) 62 49
2 N 123/123 (100%) | 122 (99%) 1 (1%) 81, 75
2 O 123/123 (100%) | 122 (99%) 1 (1%) 81 75
2 P 123/123 (100%) | 121 (98%) 2 (2%) 62 49

All All 7862/7984 (98%) | 7782 (99%) | 80 (1%) 761 68

All (80) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 239 TYR
1 A 297 MET
2 I 12 PHE

Continued on next page...
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Mol | Chain | Res | Type
2 I 130 ARG
1 B 14 LYS
1 B 239 TYR
2 J 55 GLU
2 J 136 ASN
1 C 185 TYR
1 C 239 TYR
1 C 339 ARG
1 C 439 ARG
1 C 450 LYS
2 K 84 ARG
2 K 119 MET
2 K 136 ASN
1 D 239 TYR
1 D 355 GLU
2 L 12 PHE
2 L 55 GLU
2 L 91 ARG
1 E 239 TYR
1 E 439 ARG
1 E 463 LYS
1 E 466 LYS
2 M 12 PHE
2 M 23 ASP
1 F 239 TYR
2 N 130 ARG
1 G 96 GLN
1 G 172 CYS
1 G 185 TYR
1 G 239 TYR
1 G 475 LEU
2 O 136 ASN
1 H 96 GLN
1 H 185 TYR
1 H 239 TYR
2 P 12 PHE
2 P 88 GLN
1 S 239 TYR
2 1 55 GLU
2 1 137 LYS
1 T 94 ASP
1 T 185 TYR

Continued on next page...
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Mol | Chain | Res | Type
1 T 239 TYR
2 2 132 TRP
2 2 136 ASN
1 U 239 TYR
1 U 464 GLU
1 U 474 LYS
2 3 12 PHE
2 3 58 ILE
1 \Y 239 TYR
1 \Y 297 MET
1 \Y 460 GLU
2 4 88 GLN
2 4 119 MET
1 W 239 TYR
1 W 297 MET
1 W 463 LYS
1 W 475 LEU
2 5 55 GLU
1 X 93 GLU
1 X 94 ASP
1 X 185 TYR
1 X 239 TYR
2 6 119 MET
1 Y 14 LYS
1 Y 96 GLN
1 Y 172 CYS
1 Y 239 TYR
2 7 12 PHE
1 Z 172 CYS
1 Z 185 TYR
1 Z 203 ASP
1 Z 239 TYR
1 7 475 LEU
2 8 12 PHE
2 8 136 ASN

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (99)
such sidechains are listed below:

Mol | Chain | Res | Type
1 A 207 ASN
1 A 401 GLN
2 I 8 ASN

Continued on next page...
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Mol | Chain | Res | Type
2 I 29 GLN
2 I 124 GLN
2 I 133 GLN
1 B 207 ASN
1 B 401 GLN
2 J 8 ASN
2 J 29 GLN
2 J 124 GLN
2 J 133 GLN
2 J 136 ASN
1 C 401 GLN
2 K 8 ASN
2 K 29 GLN
2 K 124 GLN
2 K 136 ASN
1 D 401 GLN
2 L 8 ASN
2 L 29 GLN
2 L 113 GLN
2 L 124 GLN
1 E 207 ASN
1 E 401 GLN
2 M 8 ASN
2 M 29 GLN
2 M 88 GLN
2 M 124 GLN
1 F 401 GLN
2 N 8 ASN
2 N 29 GLN
2 N 124 GLN
1 G 207 ASN
1 G 401 GLN
2 O 8 ASN
2 O 29 GLN
2 O 88 GLN
2 O 113 GLN
2 O 124 GLN
2 O 136 ASN
1 H 401 GLN
2 P 8 ASN
2 P 29 GLN
2 P 88 GLN

Continued on next page...
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Mol | Chain | Res | Type
2 P 113 GLN
2 P 124 GLN
2 P 133 GLN
1 S 207 ASN
1 S 401 GLN
2 1 8 ASN
2 1 29 GLN
2 1 88 GLN
2 1 117 GLN
2 1 124 GLN
2 1 133 GLN
1 T 401 GLN
2 2 8 ASN
2 2 29 GLN
2 2 88 GLN
2 2 124 GLN
2 2 136 ASN
1 U 207 ASN
1 U 401 GLN
2 3 8 ASN
2 3 29 GLN
2 3 88 GLN
2 3 124 GLN
1 \Y 207 ASN
1 \Y 401 GLN
2 4 8 ASN
2 4 29 GLN
2 4 113 GLN
2 4 124 GLN
2 4 133 GLN
1 W 207 ASN
1 W 401 GLN
2 5 8 ASN
2 5 29 GLN
2 5 113 GLN
2 5 124 GLN
1 X 401 GLN
2 6 8 ASN
2 6 29 GLN
2 6 88 GLN
2 6 124 GLN
2 6 133 GLN
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Mol | Chain | Res | Type
1 Y 207 ASN
1 Y 401 GLN
2 7 8 ASN
2 7 29 GLN
2 7 88 GLN
2 7 124 GLN
1 Z 401 GLN
2 8 8 ASN
2 8 29 GLN
2 8 88 GLN
2 8 124 GLN
2 8 136 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

5.4 Non-standard residues in protein, DNA, RNA chains (i)

96 non-standard protein/DNA/RNA residues are modelled in this entry.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond
length (or angle) is the number of standard deviations the observed value is removed from the
expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection.

RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

. . Bond lengths Bond angles

Mol | Type | Chain | Res | Link | RMSZg#]Z\ > 2 | Counts RMSZg#\Z\ > 2
1 [HYP| B [151] 1 | 689 | 1.06 0 510,12 | 1.34 | 1 (20%)
1 |HYP| G |104] 1 | 689 | 1.09 | 1(16%) |510,12| 159 | 1 (20%)
1 |SMC| S [256| 1 | 56,7 | 053 0 268 | 083 0
1 |SMC | W [256| 1 | 56,7 | 053 0 2,68 | 107 0
1 | KCX | Y [201] 31 [911,12] 091 0 512,14 | 157 | 2 (40%)
1 |SMC| D [369] 1 | 56,7 | 054 0 2,68 | 0.67 0
1 |HYP| A [104] 1 | 689 | 1.05 | 1(16%) |510,12| 167 | 1 (20%)
2 |MME| J 1 2 | 789 | 196 | 1(14%) | 58,10 | 1.42 | 1 (20%)
1 |HYP| T [151] 1 | 689 | 1.03 0 510,12 | 1.28 | 1 (20%)
2 |MME| 8 1 2 | 789 | 196 | 1(14%) | 58,10 | 1.41 | 1 (20%)
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | | " RSz, g#m > 2 | Counts RMSZg L Z| > 2
1 HYP E 104 1 6,8,9 1.10 0 5,10,12 | 1.46 1 (20%)
1 HYP G 151 1 6,8,9 1.10 0 5,10,12 | 1.26 1 (20%)
1 HYP H 104 1 6,8,9 1.05 0 5,10,12 | 1.57 1 (20%)
1 HYP F 104 1 6,8,9 1.04 0 5,10,12 | 1.61 1 (20%)
2 | MME 4 1 2 7,8,9 1.96 1 (14%) | 5,8,10 1.43 1 (20%)
2 | MME N 1 2 78,9 1.94 1 (14%) | 5,8,10 1.44 1 (20%)
1 SMC T 369 1 5,6,7 0.65 0 2,6,8 0.48 0
1 SMC B 256 1 5,6,7 0.54 0 2,6,8 1.14 0
1 SMC C 256 1 5,6,7 0.52 0 2,6,8 0.62 0
1 KCX B 201 | 3,1 |9,11,12 | 0.80 0 5,12,14 | 1.56 2 (40%)
1 KCX S 201 | 3,1 |9,11,12 | 0.93 1 (11%) | 5,12,14 | 1.61 2 (40%)
1 HYP Y 151 1 6,8,9 1.02 0 5,10,12 | 1.30 1 (20%)
1 SMC E 369 1 5,6,7 0.54 0 2,6,8 0.42 0
1 SMC Y 256 1 5,6,7 0.49 0 2,6,8 0.86 0
2 | MME 5 1 2 7,8,9 1.94 1 (14%) | 5,8,10 1.43 1 (20%)
1 SMC D 256 1 5,6,7 0.53 0 2,6,8 0.90 0
1 HYP S 151 1 6,8,9 1.08 0 5,10,12 | 1.33 1 (20%)
1 HYP \Y 151 1 6,8,9 1.04 0 5,10,12 | 1.28 1 (20%)
1 HYP T 104 1 6,8,9 1.06 0 5,10,12 | 1.46 1 (20%)
1 HYP Z 104 1 6,8,9 1.01 0 5,10,12 | 1.48 1 (20%)
1 SMC Z 256 1 5,6,7 0.55 0 2,6,8 0.98 0
1 HYP C 104 1 6,8,9 1.11 1 (16%) | 5,10,12 | 1.45 1 (20%)
1 SMC G 256 1 5,6,7 0.52 0 2,6,8 0.84 0
1 SMC S 369 1 5,6,7 0.53 0 2,6,8 0.44 0
1 SMC H 256 1 5,6,7 0.50 0 2,6,8 0.84 0
1 KCX W 201 | 3,1 |9,11,12 | 0.91 0 5,12,14 | 1.66 2 (40%)
2 | MME 3 1 2 7,8,9 1.95 1 (14%) | 5,8,10 1.42 1 (20%)
1 SMC A 256 1 5,6,7 0.47 0 2,6,8 0.81 0
1 SMC \Y 256 1 5,6,7 0.53 0 2,6,8 1.10 0
1 HYP W 151 1 6,8,9 1.04 0 5,10,12 | 1.31 1 (20%)
1 SMC U 256 1 5,6,7 0.49 0 2,6,8 0.91 0
1 SMC B 369 1 5,6,7 0.61 0 2,6,8 0.29 0
1 HYP A 151 1 6,8,9 1.03 0 510,12 | 1.32 1 (20%)
1 SMC Z 369 1 5,6,7 0.60 0 2,6,8 0.24 0
1 HYP C 151 1 6,8,9 1.00 0 5,10,12 | 1.33 1 (20%)
1 SMC C 369 1 5,6,7 0.50 0 2,6,8 1.01 0
1 KCX U 201 | 3,1 | 911,12 | 0.86 0 5,12,14 | 1.63 2 (40%)
1 KCX C 201 | 3,1 |9,11,12 | 0.96 0 5,12,14 | 1.61 2 (40%)
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | | " RSz, g#m > 2 | Counts RMSZg L Z| > 2
1 SMC X 369 1 5,6,7 0.53 0 2,6,8 0.51 0
1 KCX H 201 | 3,1 | 911,12 | 0.92 0 5,12,14 | 1.69 2 (40%)
1 SMC W 369 1 5,6,7 0.55 0 2,6,8 0.58 0
1 KCX A 201 | 3,1 |9,11,12 | 0.90 0 5,12,14 | 1.66 2 (40%)
2 | MME 2 1 2 7,8,9 1.93 1 (14%) | 5,8,10 1.39 1 (20%)
1 SMC A 369 1 5,6,7 0.67 0 2,6,8 0.27 0
2 | MME L 1 2 7,8,9 1.96 1 (14%) | 5,8,10 1.32 1 (20%)
1 KCX D 201 | 3,1 | 911,12 | 0.92 1 (11%) | 5,12,14 | 1.53 2 (40%)
1 HYP H 151 1 6,8,9 1.01 0 5,10,12 | 1.34 1 (20%)
2 | MME 7 1 2 78,9 1.95 1 (14%) | 5,8,10 1.37 1 (20%)
1 SMC U 369 1 5,6,7 0.61 0 2,6,8 0.44 0
1 HYP Y 104 1 6,8,9 1.00 0 5,10,12 | 1.59 1 (20%)
1 SMC H 369 1 5,6,7 0.60 0 2,6,8 0.50 0
1 HYP D 151 1 6,8,9 1.04 0 5,10,12 | 1.32 1 (20%)
2 | MME O 1 2 7,8,9 1.94 1 (14%) | 5,8,10 1.39 1 (20%)
2 | MME I 1 2 7,8,9 1.95 1 (14%) | 5,8,10 1.38 1 (20%)
1 KCX E 201 | 3,1 |9,11,12 | 0.96 0 5,12,14 | 1.66 2 (40%)
1 SMC Y 369 1 5,6,7 0.69 0 2,6,8 0.42 0
1 KCX F 201 | 3,1 |9,11,12 | 0.92 0 5,12,14 | 1.59 2 (40%)
1 HYP \Y 104 1 6,8,9 1.07 1 (16%) | 5,10,12 | 1.46 1 (20%)
1 HYP X 104 1 6,8,9 1.12 1 (16%) | 5,10,12 | 1.55 1 (20%)
1 SMC T 256 1 5,6,7 0.54 0 2,6,8 1.04 0
1 KCX \Y 201 | 3,1 |9,11,12 | 0.97 0 5,12,14 | 1.59 2 (40%)
1 HYP U 104 1 6,8,9 1.07 0 5,10,12 | 1.53 1 (20%)
1 HYP X 151 1 6,8,9 1.04 0 5,10,12 | 1.25 1 (20%)
2 | MME P 1 2 7,8,9 1.95 1 (14%) | 5,8,10 1.47 1 (20%)
1 HYP S 104 1 6,8,9 1.04 0 5,10,12 | 1.60 1 (20%)
2 | MME 6 1 2 7,8,9 1.96 1 (14%) | 5,8,10 1.40 1 (20%)
1 HYP U 151 1 6,8,9 1.06 0 510,12 | 1.28 1 (20%)
1 SMC \Y 369 1 5,6,7 0.56 0 2,6,8 0.52 0
1 HYP W 104 1 6,8,9 1.13 0 5,10,12 | 1.64 1 (20%)
1 SMC F 256 1 5,6,7 0.51 0 2,6,8 0.83 0
1 SMC X 256 1 5,6,7 0.52 0 2,6,8 0.93 0
2 | MME 1 1 2 7,8,9 1.96 1 (14%) | 5,8,10 1.35 1 (20%)
1 KCX T 201 | 3,1 |9,11,12 | 0.93 0 5,12,14 | 1.61 2 (40%)
1 KCX 7 201 | 3,1 |9,11,12 | 0.97 1 (11%) | 5,12,14 | 1.59 2 (40%)
1 SMC E 256 1 5,6,7 0.56 0 2,6,8 0.87 0
$roe
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Mol | Type | Chain | Res | Link | oo RASZ | £12]> 2 | Couts | RMSZ | 412> 2
1 SMC F 369 1 5,6,7 0.60 0 2,6,8 0.33 0
1 KCX G 201 | 3,1 |9,11,12 | 0.90 0 5,12,14 | 1.62 2 (40%)
2 | MME K 1 2 7,8,9 1.95 1 (14%) | 5,8,10 1.38 1 (20%)
1 HYP 7 151 1 6,8,9 1.13 1 (16%) | 5,10,12 | 1.21 1 (20%)
1 SMC G 369 1 5,6,7 0.51 0 2,6,8 0.53 0
1 HYP F 151 1 6,8,9 1.01 0 5,10,12 | 1.29 1 (20%)
1 HYP E 151 1 6,8,9 1.11 1 (16%) | 5,10,12 | 1.29 1 (20%)
1 HYP B 104 1 6,8,9 1.06 1 (16%) | 5,10,12 | 1.49 1 (20%)
1 KCX X 201 | 3,1 | 911,12 | 0.86 0 5,12,14 | 1.66 2 (40%)
2 | MME M 1 2 7,8,9 1.93 1 (14%) | 5,8,10 1.41 1 (20%)
1 HYP D 104 1 6,8,9 1.10 0 510,12 | 1.49 1 (20%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.

- means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
1 HYP B 151 1 - 0/0/11/13 | 0/1/1/1
1 HYP G 104 1 - 0/0/11/13 | 0/1/1/1
1 SMC S 256 1 - 0/3/5/7 -

1 SMC W 256 1 - 0/3/5/7 -
1 KCX Y 201 | 3,1 - 0/9/10/12 -
1 SMC D 369 1 - 2/3/5/7 -
1 HYP A 104 1 - 0/0/11/13 | 0/1/1/1
2 | MME J 1 2 - 3/5/8/10 -
1 HYP T 151 1 - 0/0/11/13 | 0/1/1/1
2 | MME 8 1 2 - 1/5/8/10 -
1 HYP E 104 1 - 0/0/11/13 | 0/1/1/1
1 HYP G 151 1 - 0/0/11/13 | 0/1/1/1
1 HYP H 104 1 - 0/0/11/13 | 0/1/1/1
1 HYP F 104 1 - 0/0/11/13 | 0/1/1/1
2 | MME 4 1 2 - 1/5/8/10 -
2 | MME N 1 2 - 1/5/8/10 -
1 SMC T 369 1 - 1/3/5/7 -
1 SMC B 256 1 - 0/3/5/7 -
1 SMC C 256 1 - 0/3/5/7 -
1 KCX B 201 | 3,1 - 0/9/10/12 -
1 KCX S 201 | 3,1 - 0/9/10/12 -
1 HYP Y 151 1 - 0/0/11/13 | 0/1/1/1

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
1 SMC E 369 1 - 1/3/5/7 -
1 SMC Y 256 1 - 0/3/5/7 -
2 | MME 5 1 2 - 2/5/8/10 -
1 SMC D 256 1 - 0/3/5/7 -
1 HYP S 151 1 - 0/0/11/13 | 0/1/1/1
1 HYP \Y 151 1 - 0/0/11/13 | 0/1/1/1
1 HYP T 104 1 - 0/0/11/13 | 0/1/1/1
1 HYP Z 104 1 - 0/0/11/13 | 0/1/1/1
1 SMC 7 256 1 - 0/3/5/7 -
1 HYP C 104 1 - 0/0/11/13 | 0/1/1/1
1 SMC G 256 1 - 0/3/5/7 -
1 SMC S 369 1 - 1/3/5/7 -
1 SMC H 256 1 - 0/3/5/7 -
1 KCX W 201 | 3,1 - 0/9/10/12 -
2 | MME 3 1 2 - 0/5/8/10 -
1 SMC A 256 1 - 0/3/5/7 -
1 SMC \Y 256 1 - 0/3/5/7 -
1 HYP W 151 1 - 0/0/11/13 | 0/1/1/1
1 SMC U 256 1 - 0/3/5/7 -
1 SMC B 369 1 - 1/3/5/7 -
1 HYP A 151 1 - 0/0/11/13 | 0/1/1/1
1 SMC Z 369 1 - 1/3/5/7 -
1 HYP C 151 1 - 0/0/11/13 | 0/1/1/1
1 SMC C 369 1 - 1/3/5/7 -
1 KCX U 201 | 3,1 - 0/9/10/12 -
1 KCX C 201 | 3,1 - 0/9/10/12 -
1 SMC X 369 1 - 1/3/5/7 -
1 KCX H 201 | 3,1 - 0/9/10/12 -
1 SMC W 369 1 - 1/3/5/7 -
1 KCX A 201 | 3,1 - 0/9/10/12 -
2 | MME 2 1 2 - 3/5/8/10 -
1 SMC A 369 1 - 1/3/5/7 -
2 | MME L 1 2 - 1/5/8/10 -
1 KCX D 201 | 3,1 - 0/9/10/12 -
1 HYP H 151 1 - 0/0/11/13 | 0/1/1/1
2 | MME 7 1 2 - 3/5/8/10 -
1 SMC U 369 1 - 1/3/5/7 -
1 HYP Y 104 1 - 0/0/11/13 | 0/1/1/1
1 SMC H 369 1 - 1/3/5/7 -
1 HYP D 151 1 - 0/0/11/13 | 0/1/1/1
2 | MME O 1 2 - 1/5/8/10 -
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
2 | MME I 1 2 - 3/5/8/10 -
1 KCX E 201 | 3,1 - 0/9/10/12 -
1 SMC Y 369 1 - 1/3/5/7 -
1 KCX F 201 | 3,1 - 0/9/10/12 -
1 HYP \Y 104 1 - 0/0/11/13 | 0/1/1/1
1 HYP X 104 1 - 0/0/11/13 | 0/1/1/1
1 SMC T 256 1 - 0/3/5/7 -
1 KCX \Y 201 | 3,1 - 0/9/10/12 -
1 HYP U 104 1 - 0/0/11/13 | 0/1/1/1
1 HYP X 151 1 - 0/0/11/13 | 0/1/1/1
2 | MME P 1 2 - 2/5/8/10 -
1 HYP S 104 1 - 0/0/11/13 | 0/1/1/1
2 | MME 6 1 2 - 1/5/8/10 -
1 HYP U 151 1 - 0/0/11/13 | 0/1/1/1
1 SMC \Y 369 1 - 2/3/5/7 -
1 HYP W 104 1 - 0/0/11/13 | 0/1/1/1
1 SMC F 256 1 - 0/3/5/7 -
1 SMC X 256 1 - 0/3/5/7 -
2 | MME 1 1 2 - 1/5/8/10 -
1 KCX T 201 | 3,1 - 0/9/10/12 -
1 KCX Z 201 | 3,1 - 0/9/10/12 -
1 SMC E 256 1 - 0/3/5/7 -
1 SMC F 369 1 - 1/3/5/7 -
1 KCX G 201 | 3,1 - 0/9/10/12 -
2 | MME K 1 2 - 2/5/8/10 -
1 HYP 7 151 1 - 0/0/11/13 | 0/1/1/1
1 SMC G 369 1 - 1/3/5/7 -
1 HYP F 151 1 - 0/0/11/13 | 0/1/1/1
1 HYP E 151 1 - 0/0/11/13 | 0/1/1/1
1 HYP B 104 1 - 0/0/11/13 | 0/1/1/1
1 KCX X 201 | 3,1 - 0/9/10/12 -
2 | MME M 1 2 - 1/5/8/10 -
1 HYP D 104 1 - 0/0/11/13 | 0/1/1/1

All (27) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 4 1 MME | CM-N |-5.08 1.33 1.46
2 J 1 MME | CM-N | -5.06 1.33 1.46
2 6 1 MME | CM-N | -5.04 1.33 1.46
2 P 1 MME | CM-N |-5.04 1.33 1.46
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 3 1 MME | CM-N | -5.03 1.33 1.46
2 1 1 MME | CM-N | -5.03 1.33 1.46
2 8 1 MME | CM-N | -5.03 1.33 1.46
2 I 1 MME | CM-N | -5.03 1.33 1.46
2 7 1 MME | CM-N | -5.02 1.33 1.46
2 K 1 MME | CM-N | -5.02 1.33 1.46
2 N 1 MME | CM-N | -5.01 1.33 1.46
2 D 1 MME | CM-N | -5.01 1.33 1.46
2 M 1 MME | CM-N | -5.00 1.33 1.46
2 O 1 MME | CM-N | -5.00 1.33 1.46
2 2 1 MME | CM-N | -4.98 1.33 1.46
2 L 1 MME | CM-N | -4.98 1.33 1.46

1 X 104 | HYP 0-C 2.14 1.28 1.19

1 E 151 | HYP 0-C 2.06 1.28 1.19

1 S 201 | KCX | OQ1-CX | 2.05 1.25 1.21

1 B 104 | HYP 0-C 2.05 1.28 1.19

1 Z 151 | HYP 0-C 2.05 1.28 1.19

1 \% 104 | HYP 0-C 2.04 1.28 1.19

1 C 104 | HYP 0-C 2.02 1.28 1.19

1 A 104 | HYP 0-C 2.01 1.28 1.19

1 D 201 | KCX | OQ1-CX | 2.01 1.25 1.21

1 Z 201 | KCX | OQ1-CX | 2.00 1.25 1.21

1 G 104 | HYP 0-C 2.00 1.27 1.19

All (80) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(°)
1 A 201 | KCX | OQ1-CX-NZ | -2.92 120.43 124.96
1 E 201 | KCX | OQ1-CX-NZ | -2.88 120.50 124.96
1 X 201 | KCX | OQ1-CX-N7Z | -2.88 120.50 124.96
1 W 104 | HYP 0-C-CA -2.86 117.28 124.78
1 H 201 | KCX | OQ1-CX-N7Z | -2.84 120.56 124.96
1 \% 201 | KCX | OQ1-CX-N7Z | -2.82 120.59 124.96
1 F 201 | KCX | OQ1-CX-NZ | -2.81 120.61 124.96
1 A 201 | KCX | OQ1-CX-NZ | -2.79 120.63 124.96
1 U 201 | KCX | OQ1-CX-N7Z | -2.78 120.65 124.96
1 F 104 | HYP 0O-C-CA -2.78 117.50 124.78
1 G 104 | HYP 0O-C-CA -2.78 117.50 124.78
1 U 104 | HYP 0O-C-CA -2.77 117.51 124.78
1 T 201 | KCX | OQ1-CX-NZ | -2.77 120.66 124.96
1 S 104 | HYP 0O-C-CA -2.77 117.52 124.78
1 Z 201 | KCX | OQ1-CX-NZ | -2.76 120.68 124.96
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
1 B 201 | KCX | OQ1-CX-NZ | -2.75 120.69 124.96
1 H 104 | HYP 0O-C-CA -2.75 117.56 124.78
1 G 201 | KCX | OQ1-CX-NZ | -2.75 120.69 124.96
1 E 104 | HYP 0O-C-CA -2.75 117.57 124.78
1 Y 201 | KCX | OQ1-CX-NZ | -2.75 120.70 124.96
1 S 201 | KCX | OQ1-CX-NZ | -2.75 120.70 124.96
1 Y 104 | HYP 0O-C-CA -2.74 117.59 124.78
1 C 201 | KCX | OQ1-CX-NZ | -2.72 120.73 124.96
1 B 104 | HYP 0O-C-CA -2.69 117.72 124.78
1 Z 104 | HYP 0O-C-CA -2.69 117.72 124.78
1 T 104 | HYP 0O-C-CA -2.68 117.76 124.78
1 A% 104 | HYP 0O-C-CA -2.68 117.76 124.78
1 D 201 | KCX | OQ1-CX-NZ | -2.67 120.82 124.96
1 C 104 | HYP 0O-C-CA -2.66 117.81 124.78
2 4 1 MME | CM-N-CA 2.65 121.89 113.64
1 A 104 | HYP 0O-C-CA -2.63 117.88 124.78
2 d 1 MME | CM-N-CA | 2.63 121.83 113.64
1 D 104 | HYP O-C-CA -2.62 117.90 124.78
2 6 1 MME | CM-N-CA 2.62 121.79 113.64
1 X 104 | HYP 0O-C-CA -2.61 117.93 124.78
2 P 1 MME | CM-N-CA 2.61 121.77 113.64
2 I 1 MME | CM-N-CA 2.61 121.77 113.64
2 K 1 MME | CM-N-CA 2.61 121.77 113.64
2 M 1 MME | CM-N-CA | 2.60 121.72 113.64
2 J 1 MME | CM-N-CA | 2.60 121.71 113.64
2 2 1 MME | CM-N-CA 2.58 121.68 113.64
2 O 1 MME | CM-N-CA 2.57 121.64 113.64
2 3 1 MME | CM-N-CA 2.57 121.63 113.64
2 N 1 MME | CM-N-CA 2.56 121.60 113.64
2 8 1 MME | CM-N-CA 2.55 121.56 113.64
2 1 1 MME | CM-N-CA | 2.52 121.49 113.64
2 7 1 MME | CM-N-CA 2.52 121.48 113.64
1 U 151 | HYP 0O-C-CA -2.48 118.28 124.78
1 S 151 | HYP 0O-C-CA -2.47 118.30 124.78
1 B 151 | HYP O-C-CA -2.47 118.31 124.78
1 C 151 | HYP 0O-C-CA -2.47 118.32 124.78
1 H 151 | HYP 0O-C-CA -2.46 118.33 124.78
1 D 151 | HYP 0O-C-CA -2.45 118.36 124.78
1 A 151 | HYP 0O-C-CA -2.43 118.40 124.78
1 T 151 | HYP 0O-C-CA -2.41 118.46 124.78
1 H 201 | KCX | CE-NZ-CX | 2.40 125.74 121.89
1 Y 151 | HYP 0O-C-CA -2.40 118.50 124.78

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
1 W% 151 | HYP 0O-C-CA -2.38 118.54 124.78
1 \W% 201 | KCX | CE-NZ-CX | 2.36 125.68 121.89
2 L 1 MME | CM-N-CA 2.35 120.95 113.64
1 E 151 | HYP 0O-C-CA -2.35 118.63 124.78
1 F 151 | HYP 0O-C-CA -2.34 118.64 124.78
1 G 151 | HYP 0O-C-CA -2.34 118.65 124.78
1 \Y 151 | HYP 0O-C-CA -2.32 118.69 124.78
1 Z 151 | HYP 0O-C-CA -2.32 118.71 124.78
1 S 201 | KCX | CE-NZ-CX | 2.26 125.51 121.89
1 G 201 | KCX | CE-NZ-CX | 2.25 125.51 121.89
1 C 201 | KCX | CE-NZ-CX | 2.25 125.50 121.89
1 U 201 | KCX | CE-NZ-CX | 2.25 125.50 121.89
1 X 151 | HYP 0O-C-CA -2.25 118.88 124.78
1 X 201 | KCX | CE-NZ-CX | 2.25 125.50 121.89
1 E 201 | KCX | CE-NZ-CX | 2.24 125.48 121.89
1 A 201 | KCX | CE-NZ-CX | 2.24 125.48 121.89
1 T 201 | KCX | CE-NZ-CX | 2.20 125.42 121.89
1 Z 201 | KCX | CE-NZ-CX | 2.14 125.32 121.89
1 Y 201 | KCX | CE-NZ-CX | 2.11 125.28 121.89
1 F 201 | KCX | CE-NZ-CX | 2.10 125.25 121.89
1 B 201 | KCX | CE-NZ-CX | 2.06 125.20 121.89
1 \% 201 | KCX | CE-NZ-CX | 2.06 125.19 121.89
1 D 201 | KCX | CE-NZ-CX | 2.03 125.15 121.89

There are no chirality outliers.
All (44) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
2 I 1 | MME | C-CA-CB-CG
2 J 1 | MME | C-CA-CB-CG
1 D 369 | SMC | C-CA-CB-SG
2 2 1 | MME | C-CA-CB-CG
1 \Y% 369 | SMC | C-CA-CB-SG
2 7 1 | MME | C-CA-CB-CG
2 J 1 | MME | CB-CG-SD-CE
2 I 1 | MME | CB-CG-SD-CE
2 5 1 | MME | CB-CG-SD-CE
2 M 1 MME | N-CA-CB-CG
2 1 1 | MME | N-CA-CB-CG
2 6 1 | MME | N-CA-CB-CG
2 7 1 MME | CB-CG-SD-CE
2 I 1 | MME | N-CA-CB-CG

Continued on next page...
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Mol | Chain | Res | Type Atoms
2 K 1 | MME | C-CA-CB-CG
2 P 1 | MME | C-CA-CB-CG
2 5 1 | MME | C-CA-CB-CG
2 8 1 | MME | C-CA-CB-CG
2 P 1 | MME | CB-CG-SD-CE
2 K 1 | MME | CB-CG-SD-CE
2 2 1 | MME | N-CA-CB-CG
1 A 369 | SMC | N-CA-CB-SG
1 B 369 | SMC | N-CA-CB-SG
1 C 369 | SMC | N-CA-CB-SG
1 D 369 | SMC | N-CA-CB-SG
1 E 369 | SMC | N-CA-CB-SG
1 F 369 | SMC | N-CA-CB-SG
1 G 369 | SMC | N-CA-CB-SG
1 H 369 | SMC | N-CA-CB-SG
1 S 369 | SMC | N-CA-CB-SG
1 T 369 | SMC | N-CA-CB-SG
1 U 369 | SMC | N-CA-CB-SG
1 \Y 369 | SMC | N-CA-CB-SG
1 X 369 | SMC | N-CA-CB-SG
1 Y 369 | SMC | N-CA-CB-SG
1 Z 369 | SMC | N-CA-CB-SG
2 2 1 | MME | CB-CG-SD-CE
2 J 1 | MME | N-CA-CB-CG
2 L 1 | MME | N-CA-CB-CG
2 N 1 | MME | C-CA-CB-CG
2 O 1 | MME | C-CA-CB-CG
2 4 1 | MME | N-CA-CB-CG
1 W 369 | SMC | N-CA-CB-SG
2 7 1 | MME | N-CA-CB-CG

There are no ring outliers.

16 monomers are involved in 17 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
1 T 151 | HYP 1 0
2 8 1 | MME 1 0
1 G 151 | HYP 1 0
1 Y 151 | HYP 1 0
2 5 1 | MME 1 0
1 \Y 151 | HYP 1 0
2 3 1 | MME 1 0

Continued on next page...
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5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

Of 72 ligands modelled in this entry, 16 are monoatomic - leaving 56 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond
length (or angle) is the number of standard deviations the observed value is removed from the
expected value. A bond length (or angle) with |Z] > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o RMSZg 4|Z) > 2 | Counts RMSZg VAR
5 | GOL | C | 607 | - 555 | 0.3 0 555 | 0.36 0
5 | GOL | E | 609 | - 555 | 0.96 0 555 | 04l 0
5 | GOL | H | 619 | - 555 | 0.95 0 555 | 0.29 0
5 | GOL | B | 610 | - 555 | 0.95 0 555 | 0.37 0
5 | GOL | T | 614 - 555 | 0.95 0 555 | 0.30 0
5 | GOL | V | 616 | - 555 | 0.95 0 555 | 0.32 0
5 | GOL | D | 616 - 555 | 0.8 0 555 | 0.44 0
5 | GOL | T | 606 - 555 | 0.94 0 555 | 0.34 0
5 | GOL | B | 606 | - 555 | L0I 0 555 | 0AL 0
5 | GOL | S | 605 - 555 | 0.04 0 555 | 0.32 0
5 | GOL | F | 602 | - 555 | 0.4 0 555 | 0.33 0
4 [ cAP | W [501| 3 [172020] 1.19 | 2(11%) | 223131 125 | 1 (4%)
4 [ cAP | T 01| 3 [172020] 1.19 | 1(5%) |2231,31| 123 | 1 (4%)
5 | GOL | G | 603 | - 555 | 0.95 0 555 | 0.33 0
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | oo RMSZg #4|Z| > 2 | Counts RMSZg MVAES:

5 GOL S 609 - 5,9,5 0.90 0 5,5,5 0.36 0
5 GOL Y 603 - 5,9,5 0.95 0 5,5,5 0.35 0
5 GOL A 605 - 5,9,5 0.98 0 5,5,5 0.36 0
5 GOL D 608 - 5,9,5 0.98 0 5,5,5 0.28 0
bt GOL A 613 - 5,9,5 0.92 0 9,5,5 0.30 0
5 GOL F 617 - 5,5,5 0.94 0 5,5,5 0.25 0
5 GOL G 618 - 5,5,5 0.91 0 5,5,5 0.33 0
5 GOL C 615 - 5,9,5 0.93 0 5,5,5 0.35 0
4 CAP 7 501 3 17,20,20 | 1.15 1 (5%) |22,31,31| 1.22 1 (4%)
5 GOL G 611 - 5,5,5 0.99 0 5,5,5 0.40 0
5 GOL U 607 - 5,5,5 0.96 0 5,5,5 0.33 0
5 GOL H 612 - 5,9,5 0.96 0 5,5,5 0.37 0
4 CAP H 501 3 17,20,20 | 1.14 1 (5%) |22,31,31| 1.22 1 (4%)
4 CAP F 501 3 17,20,20 | 1.23 2 (11%) | 22,31,31 | 1.22 1 (4%)
5 GOL Y 618 - 5,9,5 0.95 0 5,5,5 0.32 0
4 CAP Y 501 3 17,20,20 | 1.17 1 (5%) |22,31,31| 1.22 1 (4%)
4 CAP E 501 3 17,20,20 | 1.17 | 2 (11%) | 22,31,31 | 1.18 1 (4%)
4 CAP X 501 3 17,20,20 | 1.13 1 (5%) |22,31,31| 1.22 1 (4%)
5 GOL Z 619 - 5,9,5 0.92 0 9,5,5 0.33 0
4 CAP A 501 3 17,20,20 | 1.18 2 (11%) | 22,31,31 | 1.20 1 (4%)
4 CAP \Y 501 3 17,20,20 | 1.23 2 (11%) | 22,31,31 | 1.23 2 (9%)
4 CAP D 501 3 17,20,20 | 1.22 2 (11%) | 22,31,31 | 1.20 1 (4%)
5 GOL W 620 - 5,9,5 0.94 0 9,9,5 0.42 0
5 GOL \Y 608 - 5,5,5 0.96 0 5,5,5 0.34 0
4 CAP U 501 3 17,20,20 | 1.22 1 (5%) |22,31,31| 1.23 2 (9%)
bt GOL S 613 - 5,9,5 0.92 0 9,5,5 0.32 0
5 GOL W 601 - 5,5,5 0.93 0 5,5,5 0.35 0
5 GOL X 602 - 5,5,5 0.92 0 5,5,5 0.35 0
4 CAP B 501 3 17,20,20 | 1.18 1 (5%) |22,31,31| 1.23 1 (4%)
5 GOL Z 604 - 5,9,5 0.92 0 9,9,5 0.35 0
5 GOL X 610 - 5,5,5 0.95 0 5,5,5 0.38 0
5 GOL E 620 - 5,5,5 0.93 0 5,5,5 0.31 0
4 CAP C 501 3 17,20,20 | 1.25 2 (11%) | 22,31,31 | 1.28 2 (9%)
5 GOL X 617 - 5,5,5 0.94 0 5,5,5 0.29 0
5 GOL E 601 - 5,5,5 0.93 0 5,5,5 0.34 0
5 GOL Y 611 - 5,9,5 0.97 0 5,5,5 0.37 0
5 GOL Z 612 - 5,9,5 0.98 0 5,5,5 0.36 0
4 CAP G 501 3 17,20,20 | 1.14 1 (5%) |22,31,31| 1.24 2 (9%)
4 CAP S 501 3 17,20,20 | 1.30 2 (11%) | 22,31,31 | 1.22 1 (4%)
5 GOL B 614 - 5,5,5 0.91 0 5,5,5 0.27 0
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | /"' RMSZ | 47| > 2| Counts | RMSZ | #]Z| > 2
5 GOL U 615 - 5,9,5 0.92 0 5,5,5 0.32 0
5 GOL H 604 - 5,9,5 0.99 0 5,5,5 0.27 0

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
5 GOL C 607 - - 1/4/4/4 -
5 GOL E 609 - - 0/4/4/4 -
5 GOL H 619 - - 0/4/4/4 -
5 GOL B 610 - - 0/4/4/4 -
5 GOL T 614 - - 0/4/4/4 -
5 GOL \Y 616 - - 2/4/4/4 -
5 GOL D 616 - - 4/4/4/4 -
5 GOL T 606 - - 0/4/4/4 -
5 GOL B 606 - - 2/4/4/4 -
) GOL S 605 - - 0/4/4/4 -
5 GOL F 602 - - 0/4/4/4 -
4 CAP W 501 3 - 12/29/29/29 -
4 CAP T 501 3 - 12/29/29/29 -
) GOL G 603 - - 0/4/4/4 -
) GOL S 609 - - 0/4/4/4 -
5 GOL Y 603 - - 1/4/4/4 -
5 GOL A 605 - - 2/4/4/4 -
5 GOL D 608 - - 2/4/4/4 -
5 GOL A 613 - - 0/4/4/4 -
5 GOL F 617 - - 0/4/4/4 -
5 GOL G 618 - - 0/4/4/4 -
5 GOL C 615 - - 2/4/4/4 -
4 CAP Z 501 3 - 11/29/29/29 -
5 GOL G 611 - - 0/4/4/4 -
) GOL U 607 - - 0/4/4/4 -
5 GOL H 612 - - 0/4/4/4 -
4 CAP H 501 3 - 12/29/29/29 -
4 CAP F 501 3 - 12/29/29/29 -
5 GOL Y 618 - - 2/4/4/4 -
4 CAP Y 501 3 - 12/29/29/29 -
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
4 | CAP| E |501]| 3 - 12/29/29/29 | -

4 [cap | X [s01] 3 - 12/29/29/29 | -
5 | GOL | Z | 619 - - 0/4/4/4 -
4 | CAP| A |01 3 - 12/29/29/29 | -
4 [cap| Vv |s01]| 3 - 12/29/29/29 | -
4 [cap| D [s01] 3 ] 12/29/29/29 | -
5 | GOL| W |62 - - 9/4/4/4 -
5 | GOL| Vv | 608 | - - 1/4/4/4 -
4 [cap| U |01 3 - 11/29/29/29 | -
5 | GOL | S |613] - - 0/4/4/4 -
5 | GOL| W |60l | - - 0/4/4/4 -
5 | GOL | X |602| - - 1/4/4/4 -
4 [cap| B |s501]| 3 ] 11/29/29/29 | -
5 |GOL | Z |604]| - - 1/4/4/4 -
5 | GOL | X |60 - - 0/4/4/4 -
5 | GOL| E | 620 - - 0/4/4/4 -
4 [cap| ¢ [s01] 3 ] 12/29/29/29 | -
5 | GOL | X |6i7 | - - 0/4/4/4 -
5 | GOL| E |60l | - - 0/4/4/1 -
5 | GOL | Y |61l | - - 0/4/4/1 -
5 | GOL | Z | 612 - - 0/4/4/1 -
4 CAP G 501 3 - 12/29/29/29 -
4 [cap| s 501 3 - 12/29/29/29 | -
5 | GOL| B | 614 | - - 0/4/4/4 -
5 | GOL| U |65 | - - 0/4/4/4 -
5 | GOL | H | 604 | - - 0/4/4/1 -
All (24) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 G 501 | CAP | C5-C4 | 3.04 1.56 1.51
4 \Y 501 | CAP | C5-C4 | 3.02 1.56 1.51
4 S 501 | CAP | C5-C4 | 2.99 1.56 1.51
4 C 501 | CAP | C5-C4 | 2.99 1.56 1.51
4 U 501 | CAP | C5-C4 | 2.92 1.55 1.51
4 Y 501 | CAP | C5-C4 | 2.75 1.55 1.51
4 D 501 | CAP | C5-C4 | 2.71 1.55 1.51
4 Z 501 | CAP | C5-C4 | 2.69 1.55 1.51
4 B 501 | CAP | C5-C4 | 2.68 1.55 1.51
4 T 501 | CAP | C5-C4 | 2.67 1.55 1.51
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 S 501 | CAP | C4-C3 | 2.66 1.56 1.54
4 A 501 | CAP | C5-C4 | 2.65 1.55 1.51
4 E 501 | CAP | C5-C4 | 2.54 1.55 1.51
4 F 501 | CAP | C5-C4 | 2.53 1.55 1.51
4 F 501 | CAP | C4-C3 | 2.49 1.56 1.54
4 W 501 | CAP | C5-C4 | 247 1.55 1.51
4 X 501 | CAP | C5-C4 | 2.39 1.55 1.51
4 H 501 | CAP | C5-C4 | 2.39 1.55 1.51
4 A 501 | CAP | C4-C3 | 2.31 1.56 1.54
4 C 501 | CAP | C4-C3 | 2.22 1.56 1.54
4 D 501 | CAP | C4-C3 | 2.20 1.56 1.54
4 \% 501 | CAP | C4-C3 | 2.09 1.56 1.54
4 E 501 | CAP | C4-C3 | 2.08 1.56 1.54
4 A 501 | CAP | C4-C3 | 2.01 1.55 1.54

All (20) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
4 C 501 | CAP | C2-C3-C4 | 2.82 119.74 114.00
4 S 501 | CAP | C2-C3-C4 | 2.76 119.62 114.00
4 W 501 | CAP | C2-C3-C4 | 2.70 119.49 114.00
4 G 501 | CAP | C2-C3-C4 | 2.63 119.35 114.00
4 A 501 | CAP | C2-C3-C4 | 2.60 119.28 114.00
4 Y 501 | CAP | C2-C3-C4 | 2.58 119.25 114.00
4 B 501 | CAP | C2-C3-C4 | 2.58 119.25 114.00
4 H 501 | CAP | C2-C3-C4 | 2.58 119.24 114.00
4 \% 501 | CAP | C2-C3-C4 | 2.57 119.23 114.00
4 F 501 | CAP | C2-C3-C4 | 2.57 119.22 114.00
4 E 501 | CAP | C2-C3-C4 | 2.55 119.19 114.00
4 X 501 | CAP | C2-C3-C4 | 2.55 119.19 114.00
4 Z 501 | CAP | C2-C3-C4 | 2.52 119.12 114.00
4 D 501 | CAP | C2-C3-C4 | 2.51 119.10 114.00
4 T 501 | CAP | C2-C3-C4 | 2.50 119.08 114.00
4 U 501 | CAP | C2-C3-C4 | 2.46 119.01 114.00
4 C 501 | CAP | C5-C4-C3 | 2.08 116.19 111.94
4 G 501 | CAP | 0O4-C4-C3 | -2.04 104.71 108.78
4 \% 501 | CAP | O4-C4-C3 | -2.03 104.73 108.78
4 U 501 | CAP | 04-C4-C3 | -2.01 104.76 108.78

There are no chirality outliers.

All (212) torsion outliers are listed below:
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Mol | Chain | Res | Type Atoms
4 A 501 | CAP | O7-C-C2-C1
4 A 501 | CAP | 06-C-C2-02
4 A 501 | CAP | O7-C-C2-02
4 A 501 | CAP | C2-C3-C4-0O4
4 A 501 | CAP | 03-C3-C4-04
4 B 501 | CAP | 06-C-C2-C3
4 B 501 | CAP | 06-C-C2-02
4 B 501 | CAP | C2-C3-C4-0O4
4 B 501 | CAP | O3-C3-C4-04
4 C 501 | CAP | 0O6-C-C2-C3
4 C 501 | CAP | 06-C-C2-02
4 C 501 | CAP | C2-C3-C4-04
4 C 501 | CAP | O3-C3-C4-0O4
4 D 501 | CAP | 06-C-C2-C3
4 D 501 | CAP | 06-C-C2-02
4 D 501 | CAP | C2-C3-C4-0O4
4 D 501 | CAP | O3-C3-C4-04
4 E 501 | CAP | 06-C-C2-C3
4 E 501 | CAP | 06-C-C2-02
4 E 501 | CAP | C2-C3-C4-04
4 E 501 | CAP | O3-C3-C4-0O4
4 F 501 | CAP | O6-C-C2-C3
4 F 501 | CAP | 06-C-C2-02
4 F 501 | CAP | C2-C3-C4-0O4
4 F 501 | CAP | 03-C3-C4-04
4 G 501 | CAP | 06-C-C2-02
4 G 501 | CAP | C2-C3-C4-04
4 G 501 | CAP | O3-C3-C4-0O4
4 H 501 | CAP | O7-C-C2-C1
4 H 501 | CAP | 06-C-C2-02
4 H 501 | CAP | O7-C-C2-02
4 H 501 | CAP | C2-C3-C4-04
4 H 501 | CAP | 03-C3-C4-04
4 S 501 | CAP | 06-C-C2-C3
4 S 501 | CAP | 06-C-C2-02
4 S 501 | CAP | C2-C3-C4-0O4
4 S 501 | CAP | O3-C3-C4-04
4 T 501 | CAP | O7-C-C2-C1
4 T 501 | CAP | 06-C-C2-02
4 T 501 | CAP | O7-C-C2-02
4 T 501 | CAP | C2-C3-C4-04
4 T 501 | CAP | O3-C3-C4-04
4 U 501 | CAP | O7-C-C2-C1
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Mol | Chain | Res | Type Atoms
4 U 501 | CAP | 0O6-C-C2-02
4 U 501 | CAP | O7-C-C2-02
4 U 501 | CAP | C2-C3-C4-04
4 U 501 | CAP | 03-C3-C4-0O4
4 \Y 501 | CAP | O7-C-C2-C1
4 \Y 501 | CAP | 06-C-C2-02
4 \Y 501 | CAP | O7-C-C2-02
4 \Y 501 | CAP | C2-C3-C4-04
4 \Y 501 | CAP | 03-C3-C4-0O4
4 W 501 | CAP | O7-C-C2-C1
4 W 501 | CAP | 06-C-C2-02
4 W 501 | CAP | O7-C-C2-02
4 W 501 | CAP | C2-C3-C4-04
4 AW 501 | CAP | O3-C3-C4-04
4 X 501 | CAP | O7-C-C2-C1
4 X 501 | CAP | 0O6-C-C2-02
4 X 501 | CAP | C2-C3-C4-04
4 X 501 | CAP | 03-C3-C4-0O4
4 Y 501 | CAP | O7-C-C2-C1
4 Y 501 | CAP | 06-C-C2-02
4 Y 501 | CAP | O7-C-C2-02
4 Y 501 | CAP | C2-C3-C4-04
4 Y 501 | CAP | 03-C3-C4-0O4
4 Z 501 | CAP | O7-C-C2-C1
4 Z 501 | CAP | 06-C-C2-02
4 Z 501 | CAP | O7-C-C2-02
4 7 501 | CAP | C2-C3-C4-0O4
4 Z 501 | CAP | 03-C3-C4-0O4
5 D 608 | GOL | O1-C1-C2-C3
5 D 616 | GOL | O1-C1-C2-02
5 D 616 | GOL | O1-C1-C2-C3
bt W 620 | GOL | O1-C1-C2-02
5 W 620 | GOL | O1-C1-C2-C3
5 Y 618 | GOL | O1-C1-C2-C3
5 A 605 | GOL | O1-C1-C2-C3
5 B 606 | GOL | O1-C1-C2-C3
5 C 615 | GOL | O1-C1-C2-C3
5 D 616 | GOL | C1-C2-C3-03
5 A% 608 | GOL | C1-C2-C3-03
5 \Y 616 | GOL | O1-C1-C2-C3
4 B 501 | CAP | O7-C-C2-C1
4 C 501 | CAP | O7-C-C2-C1
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Mol | Chain | Res | Type Atoms
4 D 501 | CAP | O7-C-C2-C1
4 E 501 | CAP | O7-C-C2-C1
4 F 501 | CAP | O7-C-C2-C1
4 G 501 | CAP | O7-C-C2-C1
4 Y 501 | CAP | 06-C-C2-C1
5 B 606 | GOL | O1-C1-C2-02
5 D 608 | GOL | O1-C1-C2-02
5 Y 618 | GOL | O1-C1-C2-02
4 A 501 | CAP | 02-C2-C3-C4
4 B 501 | CAP | 02-C2-C3-C4
4 C 501 | CAP | 02-C2-C3-C4
4 D 501 | CAP | 02-C2-C3-C4
4 E 501 | CAP | 02-C2-C3-C4
4 F 501 | CAP | 02-C2-C3-C4
4 G 501 | CAP | 02-C2-C3-C4
4 H 501 | CAP | 02-C2-C3-C4
4 S 501 | CAP | 02-C2-C3-C4
4 T 501 | CAP | 02-C2-C3-C4
4 U 501 | CAP | 02-C2-C3-C4
4 \Y 501 | CAP | 02-C2-C3-C4
4 W 501 | CAP | 02-C2-C3-C4
4 X 501 | CAP | 02-C2-C3-C4
4 Y 501 | CAP | 02-C2-C3-C4
4 Z 501 | CAP | 02-C2-C3-C4
5 D 616 | GOL | 02-C2-C3-03
4 B 501 | CAP | O7-C-C2-02
4 C 501 | CAP | O7-C-C2-02
4 D 501 | CAP | O7-C-C2-02
4 E 501 | CAP | O7-C-C2-02
4 F 501 | CAP | O7-C-C2-02
4 G 501 | CAP | O7-C-C2-02
4 X 501 | CAP | O7-C-C2-02
4 A 501 | CAP | 06-C-C2-C1
4 D 501 | CAP | 06-C-C2-C1
4 G 501 | CAP | 06-C-C2-C1
4 H 501 | CAP | 06-C-C2-C1
4 S 501 | CAP | O7-C-C2-C1
4 T 501 | CAP | 06-C-C2-C1
4 U 501 | CAP | 06-C-C2-C1
4 \Y 501 | CAP | 06-C-C2-C1
4 W 501 | CAP | 06-C-C2-C1
4 X 501 | CAP | 06-C-C2-C1

Continued on next page...
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Mol | Chain | Res | Type Atoms
4 Z 501 | CAP | 06-C-C2-C1
4 A 501 | CAP | 06-C-C2-C3
4 G 501 | CAP | 06-C-C2-C3
4 H 501 | CAP | 06-C-C2-C3
4 T 501 | CAP | 06-C-C2-C3
4 U 501 | CAP | 06-C-C2-C3
4 \Y 501 | CAP | 06-C-C2-C3
4 W 501 | CAP | 06-C-C2-C3
4 X 501 | CAP | 06-C-C2-C3
4 Y 501 | CAP | 06-C-C2-C3
4 Z 501 | CAP | 06-C-C2-C3
5 X 602 | GOL | C1-C2-C3-03
5 Y 603 | GOL | C1-C2-C3-03
4 C 501 | CAP | O3-C3-C4-Ch
4 D 501 | CAP | 0O3-C3-C4-C5
4 S 501 | CAP | O3-C3-C4-C5
4 T 501 | CAP | O3-C3-C4-C5
4 \Y 501 | CAP | O3-C3-C4-C5
4 Y 501 | CAP | 03-C3-C4-Ch
4 B 501 | CAP | 06-C-C2-C1
4 C 501 | CAP | 06-C-C2-C1
4 E 501 | CAP | 06-C-C2-C1
4 F 501 | CAP | 06-C-C2-C1
4 A 501 | CAP | C2-C3-C4-C5
4 B 501 | CAP | C2-C3-C4-C5
4 C 501 | CAP | C2-C3-C4-C5
4 D 501 | CAP | C2-C3-C4-C5
4 E 501 | CAP | C2-C3-C4-C5
4 F 501 | CAP | C2-C3-C4-C5
4 G 501 | CAP | C2-C3-C4-C5
4 H 501 | CAP | C2-C3-C4-C5
4 S 501 | CAP | C2-C3-C4-C5h
4 T 501 | CAP | C2-C3-C4-C5
4 U 501 | CAP | C2-C3-C4-C5
4 \Y 501 | CAP | C2-C3-C4-C5
4 W 501 | CAP | C2-C3-C4-C5
4 X 501 | CAP | C2-C3-C4-C5
4 Y 501 | CAP | C2-C3-C4-C5
4 Z 501 | CAP | C2-C3-C4-C5
) \Y 616 | GOL | O1-C1-C2-02
4 E 501 | CAP | C4-C5-05-P2
4 G 501 | CAP | C4-C5-05-P2

Continued on next page...



Page 80

Full wwPDB X-ray Structure Validation Report

1IR2

Continued from previous page...

Mol | Chain | Res | Type Atoms
4 S 501 | CAP | O7-C-C2-02
4 \Y 501 | CAP | C4-C5-05-P2
5 Z 604 | GOL | C1-C2-C3-O3
4 C 501 | CAP | C4-C5-O5-P2
4 F 501 | CAP | C4-C5-0O5-P2
4 S 501 | CAP | C4-C5-05-P2
4 T 501 | CAP | C4-C5-05-P2
4 Y 501 | CAP | C4-C5-05-P2
) C 615 | GOL | O1-C1-C2-02
4 A 501 | CAP | O7-C-C2-C3
4 B 501 | CAP | O7-C-C2-C3
4 C 501 | CAP | O7-C-C2-C3
4 D 501 | CAP | O7-C-C2-C3
4 E 501 | CAP | O7-C-C2-C3
4 F 501 | CAP | O7-C-C2-C3
4 G 501 | CAP | O7-C-C2-C3
4 H 501 | CAP | O7-C-C2-C3
4 S 501 | CAP | O7-C-C2-C3
4 T 501 | CAP | O7-C-C2-C3
4 U 501 | CAP | O7-C-C2-C3
4 \Y 501 | CAP | O7-C-C2-C3
4 W 501 | CAP | O7-C-C2-C3
4 X 501 | CAP | O7-C-C2-C3
4 Y 501 | CAP | O7-C-C2-C3
4 Z 501 | CAP | O7-C-C2-C3
4 S 501 | CAP | 06-C-C2-C1
4 B 501 | CAP | C4-C5-05-P2
4 U 501 | CAP | C4-C5-0O5-P2
4 D 501 | CAP | C4-C5-05-P2
4 H 501 | CAP | C4-C5-O5-P2
5 C 607 | GOL | C1-C2-C3-03
4 A 501 | CAP | C4-C5-0O5-P2
4 X 501 | CAP | C4-C5-05-P2
5 A 605 | GOL | O1-C1-C2-02
4 Z 501 | CAP | C4-C5-0O5-P2
4 A 501 | CAP | 0O3-C3-C4-C5
4 E 501 | CAP | O3-C3-C4-C5
4 F 501 | CAP | O3-C3-C4-C5
4 G 501 | CAP | 03-C3-C4-C5h
4 H 501 | CAP | 03-C3-C4-Ch
4 W 501 | CAP | O3-C3-C4-Ch
4 X 501 | CAP | 0O3-C3-C4-C5

Continued on next page...
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Mol | Chain | Res | Type Atoms
4 W 501 | CAP | C4-C5-05-P2

There are no ring outliers.

9 monomers are involved in 10 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
5 H 619 | GOL 0
5 \Y 616 | GOL 1 0
5 D 616 | GOL 1 0
5 B 606 | GOL 2 0
5 A 605 | GOL 1 0
D F 617 | GOL 1 0
5 C 615 | GOL 1 0
5 Y 618 | GOL 1 0
5 W 620 | GOL 1 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Ligand CAP W 501

Bond lengths Bond angles

Torsions Rings
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Ligand CAP T 501

Bond lengths Bond angles

Torsions Rings
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Ligand CAP Z 501

Bond lengths Bond angles
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Ligand CAP H 501

Bond lengths Bond angles
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Ligand CAP F 501

Bond lengths Bond angles

Torsions Rings
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Ligand CAP Y 501

Bond lengths Bond angles

Torsions Rings
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Ligand CAP E 501

Bond lengths Bond angles

Torsions Rings
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Ligand CAP X 501

Bond lengths Bond angles

Torsions Rings
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Ligand CAP A 501

Bond lengths Bond angles
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Ligand CAP V 501

Bond lengths Bond angles

Torsions Rings
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Ligand CAP D 501

Bond lengths Bond angles

Torsions Rings
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Ligand CAP U 501

Bond lengths Bond angles
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Ligand CAP B 501

Bond lengths Bond angles
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Ligand CAP C 501

Bond lengths Bond angles
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Ligand CAP G 501

Bond lengths Bond angles

Torsions Rings
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Ligand CAP S 501

Bond lengths Bond angles

Torsions Rings

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#polymer_linkage
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9” lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol | Chain |  Analysed | <RSRZ> #RSRZ>2 OWAB(A?) [ Q<0.9
1 A 463 /475 (97%) 037 | 5¢( 5, 12, 27, 61 0
1 B 462/475 (97%) 043 | 4 ( 7,13, 28, 43 0
1 C 461 /475 (97%) -0.52 3 ( 6, 11, 24, 49 0
1 D 462/475 (97%) -0.52 5 ( 6, 10, 23, 46 0
1 E 460,/475 (96%) 054 | 3¢ 6, 11, 24, 40 0
1 F 460,475 (96%) -0.50 2 ( 7,12, 24, 43 0
1 G 461 /475 (97%) -0.50 3 ( 6, 10, 24, 39 0
1 H 463 /475 (97%) 059 | 4 4, 10, 22, 57 0
1 S 460,475 (96%) -0.45 2 ( 6, 12, 27, 49 0
1 T 461 /475 (97%) 043 | 4 6, 12, 27, 48 0
1 U 464 /475 (97%) -0.45 7 ( 6, 12, 27, 62 0
1 \% 464 /475 (97%) -0.40 8 ( 5, 11, 26, 66 0
1 W | 461/475 (97%) -0.42 5 ( 6, 13, 29, 43 0
1 X 461/475 (97%) 037 | 6( 6, 12, 27, 48 0
1 Y 460,475 (96%) 046 | 4( 6, 11, 27, 45 0
1 Z 461 /475 (97%) -0.56 2 ( 5, 10, 23, 54 0
2 1 139/140 (99%) -0.21 2 ( 8, 17, 30, 39 0
2 2 139/140 (99%) -0.25 2 ( 9, 18, 31, 43 0
2 3 139/140 (99%) -0.17 1( 9,19, 34, 44 0
2 1 139/140 (99%) -0.28 1( 9, 16, 30, 37 0
2 5 139/140 (99%) -0.36 0 9, 16, 29, 38 0
2 6 139/140 (99%) -0.23 0 9, 19, 33, 40 0
2 7 139/140 (99%) -0.36 2 (1%) 75 |75 | 8, 15,28, 34 0
2 8 139,140 (99%) -0.48 0 {100} J 100 7,14, 28, 34 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
2 139/140 (99%) -0.22 3(2%) 62 60 10, 18, 34, 45 0
2 J 139/140 (99%) -0.19 2 (1%) 75 175 10, 20, 34, 42 0
2 K 139/140 (99%) -0.26 0 | 8, 17, 31, 39 0
2 L 139/140 (99%) -0.34 1 (0%) | 871187 9, 16, 30, 39 0
2 M 139/140 (99%) -0.34 2 (1%) 75 175 8, 15, 31, 39 0
2 N 139/140 (99%) -0.29 2 (1%) 75 175 8, 17,29, 39 0
2 O 139/140 (99%) -0.38 04100 I 100 8, 14, 28, 36 0
2 P 139/140 (99%) -0.40 2 (1%) 75 175 8, 14, 27, 37 0

All All 9608,/9840 (97%) -0.43 87 (0%) |84 841 | 4, 12, 28, 66 0

All (87) RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 V/ 10 | GLY 8.6
1 T 10 | GLY 8.4
1 D 9 ALA 7.8
1 X 10 | GLY 7.2
1 \Y 7 THR 7.1
1 U 9 ALA 7.0
1 U 8 LYS 6.0
1 \Y 8 LYS 6.0
1 \Y 9 ALA 5.4
1 C 10 | GLY 5.3
1 A 8 LYS 5.2
1 G 11 | ALA 4.9
1 A 94 | ASP 4.7
1 F 11 | ALA 4.5
1 Y 11 | ALA 4.4
1 D 94 | ASP 4.3
1 A 10 | GLY 4.3
1 W 10 | GLY 4.2
1 S 94 | ASP 4.1
1 Y 94 | ASP 4.0
1 D 11 | ALA 4.0
1 B 9 ALA 3.9
1 H 9 ALA 3.8
1 D 10 | GLY 3.8
1 B 94 | ASP 3.8
1 U 10 | GLY 3.7

Continued on next page...
gPDB
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Mol | Chain | Res | Type | RSRZ
1 \Y 10 | GLY 3.7
1 H 10 | GLY 3.6
1 X 11 | ALA 3.6
1 U 7 THR 3.4
1 G 10 | GLY 3.4
1 S 11 | ALA 3.4
1 A 9 ALA 3.4
1 E 439 | ARG 3.3
2 3 84 | ARG 3.3
2 I 84 | ARG 3.3
1 A 464 | GLU 3.3
1 C 11 | ALA 3.3
1 \Y 475 | LEU 3.2
2 2 84 | ARG 3.2
1 W 439 | ARG 3.1
1 T 11 | ALA 3.1
1 T 94 | ASP 3.1
1 B 439 | ARG 3.0
1 D 439 | ARG 2.9
2 N 130 | ARG 2.9
1 B 10 | GLY 2.8
1 F 94 | ASP 2.8
1 \Y 439 | ARG 2.8
2 J 84 | ARG 2.7
1 Y 475 | LEU 2.7
1 H 8 LYS 2.7
1 U 439 | ARG 2.7
1 W 11 | ALA 2.7
1 X 439 | ARG 2.7
1 H 439 | ARG 2.6
2 L 84 | ARG 2.5
1 X 94 | ASP 2.5
1 T 439 | ARG 2.5
1 Y 439 | ARG 2.5
1 U 464 | GLU 2.5
2 M 84 | ARG 2.5
2 7 127 | LYS 24
2 P 127 | LYS 24
2 1 127 | LYS 2.4
1 G 439 | ARG 2.4
2 J 130 | ARG 2.3
1 \Y 11 | ALA 2.3

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
1 W 94 | ASP 2.3
2 2 87 | MET 2.3
1 U 94 | ASP 2.3
1 Z 94 | ASP 2.3
2 I 127 | LYS 2.3
1 E 94 | ASP 2.3
2 I 130 | ARG 2.3
2 M 88 | GLN 2.2
1 \Y 464 | GLU 2.2
1 X 464 | GLU 2.2
1 C 464 | GLU 2.2
1 X 450 | LYS 2.2
1 E 11 | ALA 2.2
2 1 84 | ARG 2.2
2 7 84 | ARG 2.1
2 4 127 | LYS 2.1
1 W 91 | PRO 2.1
2 N 127 | LYS 2.0
2 P 84 | ARG 2.0

6.2 Non-standard residues in protein, DNA, RNA chains (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. The B-factors column lists the minimum,
median, 95" percentile and maximum values of B factors of atoms in the group. The column
labelled ‘Q< 0.9’ lists the number of atoms with occupancy less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
2 MME N 1 9/10 0.92 0.12 18,20,28,31 0
2 MME L 1 9/10 0.93 0.13 18,24,30,30 0
2 MME 3 1 9/10 0.93 0.14 24,26,34,34 0
2 [MME | 4 T 1 9/10 | 0903 | 0.2 | 24,25,30,30 0
2 MME K 1 9/10 0.94 0.12 22,24,28,29 0
2 MME J 1 9/10 0.94 0.12 20,23,31,31 0
2 MME M 1 9/10 0.94 0.13 21,22,30,31 0
2 MME 8 1 9/10 0.94 0.14 21,24,27,30 0
2 MME O 1 9/10 0.95 0.12 18,21,28,31 0
5 [MME| 1 T [ 9/10 | 095 | 0.1 | 21,23.24,25 0
2 [MME| 5 T | 9/10 | 005 | 0.09 | 18.21,30,31 0
T [ HYP | T | 104 89 | 005 | 007 | 910,12,14 0
2 MME 2 1 9/10 0.96 0.09 21,23,27,27 0
T | KCX | A | 201 | 12/13 | 096 | 0.14 7.0.10.11 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
1 KCX \Y 201 | 12/13 0.96 0.14 8,9,11,11 0
1 HYP E 104 8/9 0.96 0.07 7,9,10,10 0
2 | MME I 1 9/10 0.96 0.09 20,21,28,28 0
2 | MME 6 1 9/10 0.96 0.10 20,21,26,27 0
2 | MME 7 1 9/10 0.96 0.11 16,18,27,29 0
1 KCX F 201 | 12/13 0.96 0.11 5,8,10,10 0
1 HYP D 104 8/9 0.97 0.07 6,7,9,9 0
1 KCX H 201 | 12/13 0.97 0.10 5,6,7,9 0
2 | MME P 1 9/10 0.97 0.10 17,21,25,25 0
1 HYP S 104 8/9 0.97 0.07 11,12,13,14 0
1 KCX S 201 | 12/13 0.97 0.12 5,8,8,11 0
1 HYP B 104 8/9 0.97 0.06 8,11,11,13 0
1 KCX B 201 | 12/13 0.97 0.10 7,10,11,12 0
1 HYP T 151 8/9 0.97 0.07 6,7,8,9 0
1 HYP E 151 8/9 0.97 0.08 8,9,10,10 0
1 HYP U 104 8/9 0.97 0.06 9,9,9,9 0
1 KCX E 201 | 12/13 0.97 0.08 6,8,10,11 0
1 HYP \Y 104 8/9 0.97 0.07 8,9,10,10 0
1 HYP A 104 8/9 0.97 0.07 10,11,12,14 0
1 HYP F 151 8/9 0.97 0.08 11,11,12,12 0
1 HYP W 104 8/9 0.97 0.07 10,11,11,12 0
1 KCX W 201 | 12/13 0.97 0.10 9,10,12,12 0
1 KCX C 201 | 12/13 0.97 0.10 7,9,11,11 0
1 HYP X 104 8/9 0.97 0.07 10,10,11,11 0
1 HYP X 151 8/9 0.97 0.07 7,9,10,10 0
1 KCX X 201 | 12/13 0.97 0.10 7,8,10,10 0
1 HYP A 151 8/9 0.97 0.07 8,8,9,11 0
1 KCX Y 201 | 12/13 0.97 0.10 6,7,8,8 0
1 HYP G 151 8/9 0.97 0.06 9,9,10,11 0
1 KCX Z 201 | 12/13 0.97 0.10 4,7.8.9 0
1 KCX G 201 | 12/13 0.97 0.13 5,7,8,9 0
1 HYP H 104 8/9 0.98 0.05 6,7,8,9 0
1 HYP H 151 8/9 0.98 0.07 9,5,6,6 0
1 HYP \Y 151 8/9 0.98 0.06 7,7,9,9 0
1 HYP B 151 8/9 0.98 0.07 9,10,11,12 0
1 HYP F 104 8/9 0.98 0.05 8,10,12,14 0
1 HYP D 151 8/9 0.98 0.07 4,788 0
1 HYP W 151 8/9 0.98 0.07 2,8,9,9 0
1 HYP S 151 8/9 0.98 0.07 7,8,9,9 0
1 SMC W 369 7/8 0.98 0.07 9,10,11,11 0
1 KCX D 201 | 12/13 0.98 0.10 6,7,7,8 0
1 HYP C 104 8/9 0.98 0.06 6,8,9,9 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
1 HYP G 104 8/9 0.98 0.06 9,11,11,12 0
1 HYP C 151 8/9 0.98 0.07 7,8,9,9 0
1 SMC X 369 7/8 0.98 0.05 11,12,13,14 0
1 KCX T 201 | 12/13 0.98 0.08 4,8,9.9 0
1 HYP Y 104 8/9 0.98 0.06 10,11,11,12 0
1 HYP Y 151 8/9 0.98 0.06 8,9,9,9 0
1 SMC A 369 7/8 0.98 0.06 13,13,15,16 0
1 SMC Y 369 7/8 0.98 0.05 11,12,13,14 0
1 SMC B 369 7/8 0.98 0.06 12,13,13,14 0
1 HYP Z 104 8/9 0.98 0.06 8,9,10,12 0
1 HYP Z 151 8/9 0.98 0.06 6,7,8,9 0
1 HYP U 151 8/9 0.98 0.07 7,9,9,9 0
1 KCX U 201 | 12/13 0.98 0.12 8,10,11,11 0
1 SMC \Y 256 7/8 0.99 0.04 6,6,7,8 0
1 SMC \Y 369 7/8 0.99 0.05 10,10,12,14 0
1 SMC C 256 7/8 0.99 0.05 7,8,9,10 0
1 SMC C 369 7/8 0.99 0.05 8,10,12,12 0
1 SMC S 256 7/8 0.99 0.05 4,6,7,7 0
1 SMC S 369 7/8 0.99 0.04 10,10,12,12 0
1 SMC W 256 7/8 0.99 0.05 8,9,9,10 0
1 SMC E 256 7/8 0.99 0.05 6,7,8,8 0
1 SMC E 369 7/8 0.99 0.04 8,9,10,11 0
1 SMC G 256 7/8 0.99 0.06 5,6,8,8 0
1 SMC G 369 7/8 0.99 0.06 11,11,13,13 0
1 SMC T 256 7/8 0.99 0.05 6,6,7,8 0
1 SMC X 256 7/8 0.99 0.05 7,7,9,11 0
1 SMC T 369 7/8 0.99 0.05 11,12,13,15 0
1 SMC D 256 7/8 0.99 0.05 5,7,8,10 0
1 SMC D 369 7/8 0.99 0.05 8,9,10,10 0
1 SMC B 256 7/8 0.99 0.05 7,8,9,9 0
1 SMC A 256 7/8 0.99 0.05 7,8,8,8 0
1 SMC Y 256 7/8 0.99 0.05 6,7,8,8 0
1 SMC U 256 7/8 0.99 0.05 5,7,7,7 0
1 SMC U 369 7/8 0.99 0.05 8,9,10,11 0
1 SMC H 256 7/8 0.99 0.05 6,6,7,8 0
1 SMC H 369 7/8 0.99 0.04 6,9,10,10 0
1 SMC F 256 7/8 0.99 0.05 8,9,9.9 0
1 SMC Z 256 7/8 0.99 0.04 6,7,7,8 0
1 SMC Z 369 7/8 0.99 0.05 8,9,11,12 0
1 SMC F 369 7/8 0.99 0.04 10,11,12,13 0
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6.3 Carbohydrates (i)

There are no monosaccharides in this entry.

6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. The B-factors column lists the minimum,
median, 95" percentile and maximum values of B factors of atoms in the group. The column

labelled ‘Q< 0.97 lists the number of atoms with occupancy less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
5 GOL H 604 6,/6 0.71 0.20 25,30,33,34 0
) GOL H 619 6/6 0.80 0.17 29,32,34,34 0
5 | GOL| Y | 6I8| 6/6 0.80 | 0.19 | 37,40,41,41 0
) GOL F 617 6/6 0.85 0.18 32,32,33,34 0
5 GOL C 615 6/6 0.85 0.15 26,28,31,32 0
) GOL D 616 6/6 0.86 0.17 22,26,30,32 0
5 GOL G 611 6/6 0.87 0.17 16,18,23,26 0
5 GOL D 608 6,/6 0.89 0.13 23,26,27,27 0
) GOL U 607 6/6 0.89 0.12 23,27,28,28 0
5 | GOL | H | 612 ] 6/6 089 | 0.15 | 14,182121 0
) GOL Z 612 6/6 0.89 0.17 17,19,22,23 0
5 GOL E 609 6/6 0.90 0.14 14,17,20,22 0
5 GOL E 620 6/6 0.90 0.14 22,26,28,28 0
5 GOL S 609 6,/6 0.90 0.18 23,25,28,32 0
5 | GOL | A | 605 6/6 0.90 | 0.13 | 26,27,29.30 0
) GOL \Y% 616 6/6 0.90 0.14 25,27,29,30 0
5 GOL W 620 6/6 0.90 0.14 34,36,36,37 0
5 GOL Y 603 6/6 0.90 0.12 29,31,32,32 0
) GOL B 606 6/6 0.90 0.13 22222424 0
5 GOL B 614 6/6 0.90 0.15 25,31,33,34 0
5 GOL S 605 6,/6 0.91 0.10 26,28,30,30 0
5 | GOL | V | 608 | 6/6 091 | 0.13 | 17,19,20,21 0
5 | GOL | X |67 | 6/6 0.91 | 0.11 | 21,27,29,30 0
) GOL Y 611 6/6 0.92 0.15 19,21,22,23 0
5 GOL S 613 6/6 0.92 0.12 23,25,25,26 0
5 | GOL | Z | 604 6/6 092 | 0.12 | 24,26,26,28 0
) GOL T 606 6/6 0.92 0.12 21,22,24,25 0
5 GOL G 603 6,/6 0.93 0.11 20,22,25,27 0
) GOL W 601 6/6 0.93 0.12 23,25,25,25 0
) GOL E 601 6/6 0.93 0.12 29,30,30,31 0
5 GOL X 610 6/6 0.93 0.15 16,19,22,26 0
5 GOL G 618 6/6 0.93 0.09 26,30,31,31 0

Continued on next page...
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Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
5 GOL Z 619 6/6 0.93 0.09 19,24,25,26 0
5 GOL A 613 6/6 0.94 0.10 25,29,30,30 0
5 GOL C 607 6/6 0.94 0.09 23,24,26,27 0
5 GOL T 614 6/6 0.94 0.08 22,27,29,29 0
5 GOL F 602 6/6 0.94 0.07 22,24,2527 0
5 GOL B 610 6/6 0.95 0.13 18,20,21,23 0
5 GOL U 615 6,/6 0.95 0.08 20,23,25,27 0
5 GOL X 602 6/6 0.96 0.09 19,20,22,22 0
4 CAP \Y 501 | 21/21 0.98 0.09 8,10,11,12 0
4 CAP W 501 | 21/21 0.98 0.08 9,11,15,17 0
4 CAP X 501 | 21/21 0.98 0.10 8,11,13,14 0
4 CAP Y 501 | 21/21 0.98 0.08 6,8,10,11 0
4 CAP Z 501 | 21/21 0.98 0.07 7,9,10,11 0
3 MG H 476 1/1 0.98 0.10 10,10,10,10 0
3 MG U 476 1/1 0.98 0.09 11,11,11,11 0
4 CAP A 501 | 21/21 0.98 0.10 7,10,11,14 0
4 CAP B 501 | 21/21 0.98 0.07 10,12,15,17 0
4 CAP C 501 | 21/21 0.98 0.09 8,10,11,13 0
4 CAP E 501 | 21/21 0.98 0.07 8,11,11,12 0
4 CAP F 501 | 21/21 0.98 0.08 9,11,13,15 0
4 CAP S 501 | 21/21 0.98 0.10 10,12,12,13 0
4 CAP T 501 | 21/21 0.98 0.07 6,10,11,12 0
4 CAP U 501 | 21/21 0.98 0.09 11,13,14,16 0
3 MG S 476 1/1 0.99 0.11 11,11,11,11 0
3 MG T 476 1/1 0.99 0.05 12,12,12,12 0
4 CAP G 501 | 21/21 0.99 0.08 6,8,10,11 0
4 CAP H 501 | 21/21 0.99 0.08 6,8,9,11 0
3 MG E 476 1/1 0.99 0.08 11,11,11,11 0
3 MG \Y 476 1/1 0.99 0.10 12,12,12,12 0
3 MG W 476 1/1 0.99 0.09 12,12,12,12 0
3 MG X 476 1/1 0.99 0.11 13,13,13,13 0
3 MG Y 476 1/1 0.99 0.08 11,11,11,11 0
3 MG F 476 1/1 0.99 0.06 11,11,11,11 0
3 MG G 476 1/1 0.99 0.11 11,11,11,11 0
3 MG A 476 1/1 0.99 0.12 9,999 0
4 CAP D 501 | 21/21 0.99 0.07 6,9,10,12 0
3 MG D 476 1/1 1.00 0.09 9,999 0
3 MG B 476 1/1 1.00 0.08 11,11,11,11 0
3 MG C 476 1/1 1.00 0.10 13,13,13,13 0
3 MG Z 476 1/1 1.00 0.09 9,9,9,9 0

The following is a graphical depiction of the model fit to experimental electron density of all
instances of the Ligand of Interest. In addition, ligands with molecular weight > 250 and outliers
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as shown on the geometry validation Tables will also be included. Each fit is shown from different
orientation to approximate a three-dimensional view.

Electron density around CAP V 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CAP W 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

WO RLDWIDE

eP
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Electron density around CAP X 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CAP Y 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

WO RLDWIDE

eP
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Electron density around CAP Z 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CAP A 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

WO RLDWIDE

eP
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Electron density around CAP B 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CAP C 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

WO RLDWIDE

eP

PROTEIN DATA BANK



Page 110 Full wwPDB X-ray Structure Validation Report 1IR2

Electron density around CAP E 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CAP F 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

WO RLDWIDE

eP
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Electron density around CAP S 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CAP T 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

WO RLDWIDE

eP
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Electron density around CAP U 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CAP G 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

WO RLDWIDE

eP

PROTEIN DATA BANK



Page 113 Full wwPDB X-ray Structure Validation Report 1IR2

Electron density around CAP H 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around CAP D 501:

2mF,-DF. (at 0.7 rmsd) in gray .
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

WO RLDWIDE

eP

PROTEIN DATA BANK
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6.5 Other polymers (i)

There are no such residues in this entry.
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