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1 Overall quality at a glance (i)

The reported resolution of this entry is 3.40 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
Rfree 0 W 0.277

Clashscore I . 21
Ramachandran outliers 0 W 2.4%

Sidechain outliers I T 6.3%
RSRZ outliers I 0 P 1.2%
Worse Better

0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Riree 66092 1017 (3.52-3.28)
Clashscore 79885 1214 (3.50-3.30)
Ramachandran outliers 78287 1177 (3.50-3.30)
Sidechain outliers 78261 1177 (3.50-3.30)
RSRZ outliers 66119 1017 (3.52-3.28)

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 on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Mol | Chain | Length Quality of chain
1 A 427 B -
1 B 427 B -
1 C 427 [ -
1 D 427 B -
1 E 427 -
1 F 427 B -
1 G 427 [ -
1 H 427 [ -
1 I 427 B -
1 J 427 B -
1 K 427 -
1 L 427 [ -
1 M 427 [ -
1 N 427 .

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
1 O 427 [ -

The following table lists non-polymeric compounds that are outliers for geometric or electron-
density-fit criteria:

Mol | Type | Chain | Res | Geometry | Electron density
2 JHM E 501 - X
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2 Entry composition (i)

There are 7 unique types of molecules in this entry. The entry contains 51547 atoms, of which 0

are hydrogen and 0 are deuterium.

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 L1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 422 ggtf; 2(%2 51(\311 622 280 0 0 0
1 B 422 ggﬁl 2(%2 51(\311 622 280 0 0 0
L ¢ 422 23%1 2(%2 51(\311 622 2SO 0 0 0
LD 2 | gl e s e 2 0 0 ¥
L] E 2 | gl e s e 2 0 0 ¥
L] F 2 | gl e s s 2 0 0 0
L G 422 ggtlzl 2(%2 51(\;1 622 280 0 0 0
L H 422 ggtlzl 2(%2 51(\;1 622 280 0 0 0
L ! 422 ggizl 2(%2 5121 6(22 QSO 0 0 0
L J 122 ggﬁl 2(%2 5121 6(22 280 0 0 0
L Kk 122 ggﬁl 2(%2 5121 6(22 280 0 0 0
L L 122 rggi&gl 2(%2 5121 6(22 280 0 0 0
L M 422 233351 2(%2 51;3]1 651)2 2SO 0 0 0
L N 422 rggﬁl 2(%2 5121 651)2 280 0 0 0
L O 421 rggg;l 2(%8 5?9 6(20 2SO 0 0 0

There are 135 discrepancies between the modelled and reference sequences:
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Chain | Residue | Modelled | Actual Comment Reference
A 20 ALA - EXPRESSION TAG UNP Q80B70
A 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
A 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
A 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
A 433 GLY - LINKER UNP Q80B70
A 434 GLY - LINKER UNP Q80B70
A 435 SER - LINKER UNP Q80B70
A 436 GLY - LINKER UNP Q80B70
A 437 GLY - LINKER UNP Q80B70
B 20 ALA - EXPRESSION TAG UNP Q80B70
B 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
B 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
B 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
B 433 GLY - LINKER UNP Q80B70
B 434 GLY - LINKER UNP Q80B70
B 435 SER - LINKER UNP Q80B70
B 436 GLY - LINKER UNP Q80B70
B 437 GLY - LINKER UNP Q80B70
C 20 ALA - EXPRESSION TAG UNP Q80B70
C 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
C 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
C 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
C 433 GLY - LINKER UNP Q80B70
C 434 GLY - LINKER UNP Q80B70
C 435 SER - LINKER UNP Q80B70
C 436 GLY - LINKER UNP Q80B70
C 437 GLY - LINKER UNP Q80B70
D 20 ALA - EXPRESSION TAG UNP Q80B70
D 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
D 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
D 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
D 433 GLY - LINKER UNP Q80B70
D 434 GLY - LINKER UNP Q80B70
D 435 SER - LINKER UNP Q80B70
D 436 GLY - LINKER UNP Q80B70
D 437 GLY - LINKER UNP Q80B70
E 20 ALA - EXPRESSION TAG UNP Q80B70
E 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
E 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
E 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
E 433 GLY - LINKER UNP Q80B70
E 434 GLY - LINKER UNP Q80B70
E 435 SER - LINKER UNP Q80B70

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

Chain | Residue | Modelled | Actual Comment Reference
E 436 GLY - LINKER UNP Q80B70
E 437 GLY - LINKER UNP Q80B70
F 20 ALA - EXPRESSION TAG UNP Q80B70
F 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
F 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
F 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
F 433 GLY - LINKER UNP Q80B70
F 434 GLY - LINKER UNP Q80B70
F 435 SER - LINKER UNP Q80B70
F 436 GLY - LINKER UNP Q80B70
F 437 GLY - LINKER UNP Q80B70
G 20 ALA - EXPRESSION TAG UNP Q80B70
G 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
G 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
G 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
G 433 GLY - LINKER UNP Q80B70
G 434 GLY - LINKER UNP Q80B70
G 435 SER - LINKER UNP Q80B70
G 436 GLY - LINKER UNP Q80B70
G 437 GLY - LINKER UNP Q80B70
H 20 ALA - EXPRESSION TAG UNP Q80B70
H 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
H 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
H 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
H 433 GLY - LINKER UNP Q80B70
H 434 GLY - LINKER UNP Q80B70
H 435 SER - LINKER UNP Q80B70
H 436 GLY - LINKER UNP Q80B70
H 437 GLY - LINKER UNP Q80B70
I 20 ALA - EXPRESSION TAG UNP Q80B70
1 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
1 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
I 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
I 433 GLY - LINKER UNP Q80B70
I 434 GLY - LINKER UNP Q80B70
I 435 SER - LINKER UNP Q80B70
I 436 GLY - LINKER UNP Q80B70
1 437 GLY - LINKER UNP Q80B70
J 20 ALA - EXPRESSION TAG UNP Q80B70
J 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
J 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
J 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70

Continued on next page...



Page 7

wwPDB X-ray Structure Validation Summary Report

3OFL

Continued from previous page...

Chain | Residue | Modelled | Actual Comment Reference
J 433 GLY - LINKER UNP Q80B70
J 434 GLY - LINKER UNP Q80B70
J 435 SER - LINKER UNP Q80B70
J 436 GLY - LINKER UNP Q80B70
J 437 GLY - LINKER UNP Q80B70
K 20 ALA - EXPRESSION TAG UNP Q80B70
K 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
K 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
K 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
K 433 GLY - LINKER UNP Q80B70
K 434 GLY - LINKER UNP Q80B70
K 435 SER - LINKER UNP Q80B70
K 436 GLY - LINKER UNP Q80B70
K 437 GLY - LINKER UNP Q80B70
L 20 ALA - EXPRESSION TAG UNP Q80B70
L 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
L 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
L 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
L 433 GLY - LINKER UNP Q80B70
L 434 GLY - LINKER UNP Q80B70
L 435 SER - LINKER UNP Q80B70
L 436 GLY - LINKER UNP Q80B70
L 437 GLY - LINKER UNP Q80B70
M 20 ALA - EXPRESSION TAG UNP Q80B70
M 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
M 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
M 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
M 433 GLY - LINKER UNP Q80B70
M 434 GLY - LINKER UNP Q80B70
M 435 SER - LINKER UNP Q80B70
M 436 GLY - LINKER UNP Q80B70
M 437 GLY - EXPRESSION TAG UNP Q80B70
N 20 ALA - LINKER UNP Q80B70
N 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
N 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
N 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
N 433 GLY - LINKER UNP Q80B70
N 434 GLY - LINKER UNP Q80B70
N 435 SER - LINKER UNP Q80B70
N 436 GLY - LINKER UNP Q80B70
N 437 GLY - LINKER UNP Q80B70
O 20 ALA - EXPRESSION TAG UNP Q80B70

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

Chain | Residue | Modelled | Actual Comment Reference
O 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
O 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
O 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
O 433 GLY - LINKER UNP Q80B70
O 434 GLY - LINKER UNP Q80B70
O 435 SER - LINKER UNP Q80B70
@) 436 GLY - LINKER UNP Q80B70
O 437 GLY - EXPRESSION TAG UNP Q80B70

e Molecule 2 is 2-DEOXY-6-O-SULFO-ALPHA-D-ARABINO-HEXOPYRANOSE (three-
letter code: JHM) (formula: CgH1205S).

0
\\5 /OH
o\
9
HO O \\\\\\\
- OH
OH
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O S
2 E 1 15 6 8 1 0 0

e Molecule 3 is a polymer of unknown type called SUGAR (3-MER).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O S
3 2 3 45 18 24 3 0 0

There are 9 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
E 20 ALA - EXPRESSION TAG UNP Q80B70
Continued on next page...
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Continued from previous page...

Chain | Residue | Modelled | Actual Comment Reference
E 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
E 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
E 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
E 433 GLY - LINKER UNP Q80B70
E 434 GLY - LINKER UNP Q80B70
E 435 SER - LINKER UNP Q80B70
E 436 GLY - LINKER UNP Q80B70
E 437 GLY - LINKER UNP Q80B70
e Molecule 4 is a polymer of unknown type called SUGAR (2-MER).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total C O S

4 D 2 12 16 2 0 0
Total C O S

4 D 2 12 16 2 0 0
Total C O S

4 D 2 12 16 2 0 0
Total C O S

4 E 2 12 16 2 0 0
Total C O S

4 D 2 12 16 2 0 0
Total C O S

4 C 2 12 16 2 0 0
Total C O S

4 N 2 12 16 2 0 0

There are 63 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
D 20 ALA - EXPRESSION TAG UNP Q80B70
D 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
D 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
D 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
D 433 GLY - LINKER UNP Q80B70
D 434 GLY - LINKER UNP Q80B70
D 435 SER - LINKER UNP Q80B70
D 436 GLY - LINKER UNP Q80B70
D 437 GLY - LINKER UNP Q80B70
D 20 ALA - EXPRESSION TAG UNP Q80B70
D 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
D 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70

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

Chain | Residue | Modelled | Actual Comment Reference
D 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
D 433 GLY - LINKER UNP Q80B70
D 434 GLY - LINKER UNP Q80B70
D 435 SER - LINKER UNP Q80B70
D 436 GLY - LINKER UNP Q80B70
D 437 GLY - LINKER UNP Q80B70
D 20 ALA - EXPRESSION TAG UNP Q80B70
D 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
D 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
D 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
D 433 GLY - LINKER UNP Q80B70
D 434 GLY - LINKER UNP Q80B70
D 435 SER - LINKER UNP Q80B70
D 436 GLY - LINKER UNP Q80B70
D 437 GLY - LINKER UNP Q80B70
E 20 ALA - EXPRESSION TAG UNP Q80B70
E 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
E 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
E 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
E 433 GLY - LINKER UNP Q80B70
E 434 GLY - LINKER UNP Q80B70
E 435 SER - LINKER UNP Q80B70
E 436 GLY - LINKER UNP Q80B70
E 437 GLY - LINKER UNP Q80B70
D 20 ALA - EXPRESSION TAG UNP Q80B70
D 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
D 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
D 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
D 433 GLY - LINKER UNP Q80B70
D 434 GLY - LINKER UNP Q80B70
D 435 SER - LINKER UNP Q80B70
D 436 GLY - LINKER UNP Q80B70
D 437 GLY - LINKER UNP Q80B70
C 20 ALA - EXPRESSION TAG UNP Q80B70
C 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
C 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
C 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
C 433 GLY - LINKER UNP Q80B70
C 434 GLY - LINKER UNP Q80B70
C 435 SER - LINKER UNP Q80B70
C 436 GLY - LINKER UNP Q80B70
C 437 GLY - LINKER UNP Q80B70

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

Chain | Residue | Modelled | Actual Comment Reference
N 20 ALA - LINKER UNP Q80B70
N 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
N 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
N 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
N 433 GLY - LINKER UNP Q80B70
N 434 GLY - LINKER UNP Q80B70
N 435 SER - LINKER UNP Q80B70
N 436 GLY - LINKER UNP Q80B70
N 437 GLY - LINKER UNP Q80B70

e Molecule 5 is a polymer of unknown type called SUGAR (4-MER).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 A 4 ngal 2(1 302 i 0 0
5 C 4 ngal 2(31 ?2 i 0 0
5 0 4 T(G)Bal 2(1 ?2 i 0 0

There are 81 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
E 20 ALA - EXPRESSION TAG UNP Q80B70
E 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
E 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
E 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
E 433 GLY - LINKER UNP Q80B70
E 434 GLY - LINKER UNP Q80B70
E 435 SER - LINKER UNP Q80B70

Continued on next page...



Page 12

wwPDB X-ray Structure Validation Summary Report

3OFL

Continued from previous page...

Chain | Residue | Modelled | Actual Comment Reference
E 436 GLY - LINKER UNP Q80B70
E 437 GLY - LINKER UNP Q80B70
A 20 ALA - EXPRESSION TAG UNP Q80B70
A 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
A 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
A 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
A 433 GLY - LINKER UNP Q80B70
A 434 GLY - LINKER UNP Q80B70
A 435 SER - LINKER UNP Q80B70
A 436 GLY - LINKER UNP Q80B70
A 437 GLY - LINKER UNP Q80B70
D 20 ALA - EXPRESSION TAG UNP Q80B70
D 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
D 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
D 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
D 433 GLY - LINKER UNP Q80B70
D 434 GLY - LINKER UNP Q80B70
D 435 SER - LINKER UNP Q80B70
D 436 GLY - LINKER UNP Q80B70
D 437 GLY - LINKER UNP Q80B70
B 20 ALA - EXPRESSION TAG UNP Q80B70
B 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
B 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
B 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
B 433 GLY - LINKER UNP Q80B70
B 434 GLY - LINKER UNP Q80B70
B 435 SER - LINKER UNP Q80B70
B 436 GLY - LINKER UNP Q80B70
B 437 GLY - LINKER UNP Q80B70
A 20 ALA - EXPRESSION TAG UNP Q80B70
A 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
A 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
A 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
A 433 GLY - LINKER UNP Q80B70
A 434 GLY - LINKER UNP Q80B70
A 435 SER - LINKER UNP Q80B70
A 436 GLY - LINKER UNP Q80B70
A 437 GLY - LINKER UNP Q80B70
C 20 ALA - EXPRESSION TAG UNP Q80B70
C 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
C 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
C 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70

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

Chain | Residue | Modelled | Actual Comment Reference
C 433 GLY - LINKER UNP Q80B70
C 434 GLY - LINKER UNP Q80B70
C 435 SER - LINKER UNP Q80B70
C 436 GLY - LINKER UNP Q80B70
C 437 GLY - LINKER UNP Q80B70
F 20 ALA - EXPRESSION TAG UNP Q80B70
F 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
F 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
F 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
F 433 GLY - LINKER UNP Q80B70
F 434 GLY - LINKER UNP Q80B70
F 435 SER - LINKER UNP Q80B70
F 436 GLY - LINKER UNP Q80B70
F 437 GLY - LINKER UNP Q80B70
O 20 ALA - EXPRESSION TAG UNP Q80B70
O 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
O 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
O 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
O 433 GLY - LINKER UNP Q80B70
O 434 GLY - LINKER UNP Q80B70
O 435 SER - LINKER UNP Q80B70
O 436 GLY - LINKER UNP Q80B70
O 437 GLY - EXPRESSION TAG UNP Q80B70
N 20 ALA - LINKER UNP Q80B70
N 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
N 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
N 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
N 433 GLY - LINKER UNP Q80B70
N 434 GLY - LINKER UNP Q80B70
N 435 SER - LINKER UNP Q80B70
N 436 GLY - LINKER UNP Q80B70
N 437 GLY - LINKER UNP Q80B70

e Molecule 6 is a polymer of unknown type called SUGAR (10-MER).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O S
6 B 10 150 60 &0 10 0 0
Total C O S
6 F 10 150 60 &0 10 0 0

There are 18 discrepancies between the modelled and reference sequences:
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Chain | Residue | Modelled | Actual Comment Reference
B 20 ALA - EXPRESSION TAG UNP Q80B70
B 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
B 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
B 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
B 433 GLY - LINKER UNP Q80B70
B 434 GLY - LINKER UNP Q80B70
B 435 SER - LINKER UNP Q80B70
B 436 GLY - LINKER UNP Q80B70
B 437 GLY - LINKER UNP Q80B70
F 20 ALA - EXPRESSION TAG UNP Q80B70
F 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
F 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
F 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
F 433 GLY - LINKER UNP Q80B70
F 434 GLY - LINKER UNP Q80B70
F 435 SER - LINKER UNP Q80B70
F 436 GLY - LINKER UNP Q80B70
F 437 GLY - LINKER UNP Q80B70

e Molecule 7 is a polymer of unknown type called SUGAR (6-MER).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

There are 72 discrepancies between the modelled and reference sequences:

Chain

Residue

Modelled

Actual

Comment

Reference

E

20

ALA

EXPRESSION TAG

UNP QR0B70

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
E 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
E 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
E 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
E 433 GLY - LINKER UNP Q80B70
E 434 GLY - LINKER UNP Q80B70
E 435 SER - LINKER UNP Q80B70
E 436 GLY - LINKER UNP Q80B70
E 437 GLY - LINKER UNP Q80B70
J 20 ALA - EXPRESSION TAG UNP Q80B70
J 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
J 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
J 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
J 433 GLY - LINKER UNP Q80B70
J 434 GLY - LINKER UNP Q80B70
J 435 SER - LINKER UNP Q80B70
J 436 GLY - LINKER UNP Q80B70
J 437 GLY - LINKER UNP Q80B70
J 20 ALA - EXPRESSION TAG UNP Q80B70
J 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
J 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
J 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
J 433 GLY - LINKER UNP Q80B70
J 434 GLY - LINKER UNP Q80B70
J 435 SER - LINKER UNP Q80B70
J 436 GLY - LINKER UNP Q80B70
J 437 GLY - LINKER UNP Q80B70
F 20 ALA - EXPRESSION TAG UNP Q80B70
F 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
F 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
F 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
F 433 GLY - LINKER UNP Q80B70
F 434 GLY - LINKER UNP Q80B70
F 435 SER - LINKER UNP Q80B70
F 436 GLY - LINKER UNP Q80B70
F 437 GLY - LINKER UNP Q80B70
H 20 ALA - EXPRESSION TAG UNP Q80B70
H 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
H 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
H 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
H 433 GLY - LINKER UNP Q80B70
H 434 GLY - LINKER UNP Q80B70
H 435 SER - LINKER UNP Q80B70

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

Chain | Residue | Modelled | Actual Comment Reference
H 436 GLY - LINKER UNP Q80B70
H 437 GLY - LINKER UNP Q80B70
J 20 ALA - EXPRESSION TAG UNP Q80B70
J 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
J 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
J 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
J 433 GLY - LINKER UNP Q80B70
J 434 GLY - LINKER UNP Q80B70
J 435 SER - LINKER UNP Q80B70
J 436 GLY - LINKER UNP Q80B70
J 437 GLY - LINKER UNP Q80B70
L 20 ALA - EXPRESSION TAG UNP Q80B70
L 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
L 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
L 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
L 433 GLY - LINKER UNP Q80B70
L 434 GLY - LINKER UNP Q80B70
L 435 SER - LINKER UNP Q80B70
L 436 GLY - LINKER UNP Q80B70
L 437 GLY - LINKER UNP Q80B70
L 20 ALA - EXPRESSION TAG UNP Q80B70
L 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
L 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
L 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
L 433 GLY - LINKER UNP Q80B70
L 434 GLY - LINKER UNP Q80B70
L 435 SER - LINKER UNP Q80B70
L 436 GLY - LINKER UNP Q80B70
L 437 GLY - LINKER UNP Q80B70




3OFL

wwPDB X-ray Structure Validation Summary Report

chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
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,

coded according to the number of geometric quality criteria for which they contain at least one
are shown in grey.

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a

3 Residue-property plots (i)

e Molecule 1: L1

Page 17
Chain A: =

zTTd 1
11T 80TH €680
60TH £02L L0€d | T6€R

— 801D

0T1d
60TH

-
©
i=3
2}
=
N
o)
™
H

©
o
™
=]
o
D
™
%]

907d | L0TI T0ZA [ | 68EN
S0TA 9074 1 00€A 88eA
| S0TA ¥61A [eect = usea
Nmﬁo 1 1 862S 98€EY
2010 0611 | 1629 a8el
66A 1 | estd 9628 $8€T
861 66A 8871 | g6zd | ggel
164 861 | i81d ¥62S z8EI
96b 1 981d [ | 18€L
| g6l S61 | g81d 8123 08D
63 [ wed ¥81a | L eLe1
£6d £6d 1 0421 wmma
z6N z6N 0811 | 69za
76k |16k e 8929 zlea
061 061 [ | TLER
| oess 685 ° 92V L od
88l 88l ° I 69ed
180 180 892
e 98d I 98d ° T9ZM [ |
581 381 | 09zd 798k
| w8n [0 . v8D 69TM 65CH £9eb
€84 [ | €84 1 852y [ |
[ | 3971 1 €97d 3sed
6.a v9%d 6.a 1 | peen
[ | €9V 1 6511 £5ed
9.0 (234} 9.b €528 zSEA
[ | [ | SLA | eseH 18€d
TLA 83TT 6920 3%€0 83T | 1924 0ses
1.4 | 510 sved 1 [ | 1.4 $STL 0521 67€d
0LA 9571 Lved THET €53 0LA 1 6420 [ | I
690 1 oven | TeeN | [ | 690 TSTA | sbed SHED
89X 1STA 1 OvEL 6% 894 1 Lyed [
[ | 1 (47249 1 [ | 1 £HTA 9ven
190 ! T92d sgea 540 593 zyIa [ ]
[ osb | | opIs ovea 1 £ 1 1578 (4249 8eey
693 6ETA 6€CY ZEEL [ | 190 | opTs Thed [ | €53
85N 8ETN | gees TEEA 0vva 1 6ETA ovea SEEa 1
[ | LETH 1 B3y 8ETN [ | YEEA ovA
359 ° 9gzh 8zeh 1 1 L€TH £EEN £vva
vav | | szen T8 YETY | | zeel |
[ ] PETY zeed 9zl 1 SETH YETA TEEA ovva
194 €ETH 1 STEM SHA zETS ££2a | oged
[ | zETS 6220 $2ED — | owhL €18 zeed 62€1 °
SHA 118 1 1 A €71 1 T€2A 8zed
| v ogrd yeel TZEN 1 821a [ | | legeN
€91 | eeIL £22a 0zeN £0¥M .. 0%s | lera Lees 9ZEH
ot 8z1a 1 — 1 9211 9zzh szem
94 | Lera L1€b <@ [ 9EH ST [ | %2€0
ovs 9211 9TEY = .. 1 HTIN 122d [ |
[ | 1451 612 sTEN o M ogy €TTA | ozen 0ZEN
%2l YTIN 8120 yIEH S6€1 < o 1 zeTd 61cd [ ]
£TN €TTA 2123 1 | wees o .= vzl 121d 812D L1€D 86ES
zTh ceTd 972l £6€0 M < 1 1 L1eN | otev I
T2A 1 | grea 80EN 26ET -~ TZA $TTD [ | STEN
. ozy zT1d 54 L0€d | Teek o O oz LerrT ¥Teh YIEH S6EH

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W

e Molecule 1: L1


http://wwpdb.org/ValidationPDFNotes.html#h.fmehr2ap71lr

wwPDB X-ray Structure Validation Summary Report 30FL

Page 18

Chain C

960

T64&
061

881
180
98d
S81

€84

6.a
8.d
LL7T
9.Lb
SLA
22X

CTLA
.4
0LA
690
894

09b
683

98D

T84

STA

ovS

9EH

oeyd

4N

€0TL

T0CTA

76TA

0671

8811

981d

810

6STT

3

SSTh
TSTA
EVTA

e Tvid

6ETA
8ETN

0Lzl

s

T9CH

6GCH
85cY

e

YETK

E07M
96€EN

€6€b
T6ET

06€S
68EN
88EN

TLEA

69€d
89€A

¥yer [(54]

S9¥1
¥9vd
€9%X

seea [ |
pEEA 8571

zeel £5%3
TEEA [ |

442
6281 €79
szed [4228

e Molecule 1
Chain D

9CEH (0174748
STeEM
vced

0ZeEN

STEN

L1

L1771

711D

C¢11d

60TY
80TH

90T
SOTA

66A

en)
ey
€9d
oY
ev1
o¥s
Tl

€N
{44\

eI

Tced
(448

8120
L1TH
9121

€021

T0ZA

Y6TA

0611

8871

981d
810
¥81a

0871

8.LTH

69TM
€91d
6STT
9GT1
SSTh
PSTL
TSTA
cvia
15745

8ETIN

LN ]
S\
™
-~
<

TEEN

62e1
8zeh

j2:14-
0821
6%20

PA A
9T

(448
Tved
ovza

2198
€€Ta
ceed

8G¥1
€5¥4
v

£7%a
(474723

[0)7474¢S

£0¥M

TLEA

69€d
89€A

99€Yd

€9ed

€£G€d

Tsed
0ses
6v€b

SvED
¥PeL

e Molecule 1
Chain E

TLYD

S9%1
¥9vd
€974

L1

801D

9073
SOTA

[40) %]

ol
€N
(44N

8811

981d

¥81a

0871

8.LTH

€CTA

1¢1d

L1111

Y119

C11d
1110

60TH

062A
€824

8.2

9ezTh
ceed

j£4an
€22a

0gzZA
612d
812D
L1231
9TCL
gtea
j414:]

€0TL
ToZA
¥6TA

0611

28EI
T8€L
08€0

cLed
TLEX

69€d
89€EA

99€Yd

€9¢eb
c9ex

€9ed
[4:17 8
TSsed
0ses
67€b

S7ed
vher
EVEL

Ll

Seea
YEEN

zeelL
TEEA

62€T
8zed

9CEH

€62d

O

R L DWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 30FL

Page 19

TLVD
S9%T
Y9%d
€9%X
8971
s

i4a2

T6EL

i
e ©
—
06€S =
68€N O
88€A <
188a [=}
98ev
agel =
78e1 o

3
=

z
-~
@)

L1

061

88L
180
98d
S81

TLA

694

€4d

STA

€%

LLTS

*
i

69TM

€9Td

1910

6GTT
SSTh
PSTL
TSTA

1714

6ETA
8ETN

veTV
E€ETH
CeTs
1€T8
0€TH

821d

9211
STTH

€TTA

T21d

80EN

90€T

00€A

8628

v6cs
€62d

€824

0821

8.LTH

+

€.2b

0.2L

892D

TOZM

69CH
8924

9924

1

LvTd
Eigal

7¥ea

(4748

€6eb
T6EL

06€S
B68EN
88EA

98€EY

78€T

¢8EI
T8€L

8.Leb

TLea
TLEX

69€d
89€A
L9EH
99¢€Y

79ex
€9€b

L5€Q

feieisli]

€9ed

7435:¢
€1€T

[54]
S9¥T
8S¥T
i

4428
o74e8

(017478

€0vM

96EN
S6EN

L1

e Molecule 1
Chain G

0 ON~0DO o s

Y OEmO © OO O — —
3] oo o o — —

- > PHHUD @MU A o

v6d

z6N
T6X
061

881

98d
S87T

€84

T4

Tl
€N
{44\

T0ZA

v6TA

0671

8811

981d

781Q
0811

8L1Y4

69TM
S9TI

€97d
29TV

6STT

9811
SSTD

TSTA

67IA

EVIA

e Tvid

90€T

00€A

86CS

vecs

6820

8.LTH

+

€.L2d

892D

T9CH

6GCH
8G2H

06€S
68EN
88EA

S8€L
@ ©8eTl

28€1

Feen

CeEL
TEEA

62€T
8ZEY

9CEH
SCEM
veed
0ZeN

L1€D

STEN
Y1eH
€1€T

60€X
80EN
L0gd

TLYD
TLYA

L9%d

S9¥%1
¥9vd
€974
8S¥T
€SN

474728

96€N
S6EN

e Molecule 1

Chain H

€60
C6EI

L1

€84
6.a

9.0

V.4
T
0LA
690
894
T9a

i)
ey

TeY

SPA

Wy
o¥s

9€H

ol

8T1¢d
L7121
9121

69TM

S9TI

€91d
6STT
SSTh
PSTL
TSTX

157455

6ETA
8ETN

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 30FL

Page 20

0zZeEN

L1€0
91€eY
STeN
Y1€H

1

80EN

90€T

00€A

86CS

v6cs

08TL

L.T1

Pk
.28

c¢Led

i

T9ZM

6S9CH
89cY

Ll

TS2H
0STT

LvTd

8S¥%1
€SP

i4s2
74708

[0i474¢8

69¢€d
89€A

79ex
€9€b

€5ed
TSEN
TSsed
0S€Ss
67ed

§%€D

TEEA

8zed

9CEH
SzeEM
vced

e Molecule 1

Chain [

[54]

S991

L1

711D

¢11d

6074
80TH

90T
SOTA

66A
861

64

z6N
T64

+

881

98d
S8T

i

sea

91CL

j214)]
€021
T0CTA
76TA

0611

8811

981d

781

[4:14s]

08171

8.L74

69TM

€91d

6ST1

3
Ll

SSTY

TSTA

6%IA

0ZEN

L1€0

STEN
YIeH
€1€1
80EN
L0ed
90€T1
00€EA
86CS
v6cs
6820

8LTH

€.2d

0,21

892D

i

T9ZM

6SCH
89cy

PAZAS

¥zed

TLvd

S9%1

8SG¥%1

€SPN

i4a
evva

0¥va

L1

e Molecule 1
Chain J

LOTI
9074
SOTA

66A
861

64

26N
T6X
061

881
180
98d
981

€84
6.a
9.0

SLA
2!

CTLA
T.4
0LX
690
894

£9d

T9a
09d
6394

SS90

SPA
vl
€71
o¥s

9EH

T0TA

76T

06TT

® €L1L

69TM

€9Td

6STT

Ll
Ll

TSTA

evTA

801D

€1€1

80EN

90€T

00€A
66C1

1

v6Cs

€824
28T
1829

8Ly
LLTI
9.LTX

TOCH

6SCH
852d

192y
0821
672D

LvTd
el

(4448
Tved
0¥ca

9€Th

YETA

geed
13108

9zzh

(44448

*

8120
L12x
912l

€0TL

67ved

S¥€0
7vel

ovelL

CTEEL
TEEA

62€T
8zed

9CEH
SzeEM
veced

TTeN
0zeN

2180

STEN
Y1€H

TLVD

S9¥1

8S¥T

iy

14728

4428
£77a

e Molecule 1
Chain K

Thd
[0)7474¢

L1

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 30FL

Page 21

T21d

C¢11d

011D
6074

9073
SOTA

[40) %]

66A
861

£6d

T64

II(D
[
e

88L
180
98d
S81

1

€84

6.d
9.0
T4
0L&
690
894

T9a

Tl

812D
L1231
9121l

€0TL

T0CTA

L61Q

761N

0611

8811

981d
981D
781Q

[4:14s]

0871

69TM

€91d

1910

6STT

3

SST0

TSTA

6%TA

0ZeEN

STEN
YT1€H

1

80€EN
L0€4
90€T

00€A

86CS

v6cs
£62d

062ZA

£82H

8.LTH

¥kd)

T9ZM

69CH
89cy

86€S

98€V
S8€L
78€T

28€I
T8€L
08€D

8.0

TEEA

8zed

=3 IS
IFIIIT
[=] > A

9CEH
SCEM
¥zed

TL9d

3

¥9%d
€974

8S¥T

sis

L1

e Molecule 1
Chain L

T4

0871

8.TY

69TM
€9Td
6GTT
98T
SSTh
¥STL

TSTA

67TA

6ETA
8ETN

veTv
€ETH
zers
€18
0€Td

3

821a

9211
STTH

€CTA

L0€4
90€T
S0€b

00€A

8628

v6cs

L9TN

TICM

6GCH
8524

9924

€923

T82d
0STT
6720

LvTd
9V

(47N
Tved
o¥ea

LETW
9eTh

YETA

ceed

€22a

Teed
0ZTA

8120

€6eb
26E1

06€S
B68EN
88EA

98€Y

78€T

T8EL
T8eL
08€d

cLea
TLEX

69€d
89€A

99¢€Y

79ex
€9€b

SSED

€9€d

T9ed
0g€es
67ved

S§%€d

[54]
S9¥1
v9vd
€9%X
8591
foisic

474728
£7va

(017478

96€EN

L1

e Molecule 1
Chain M

i

061

88L
180a
98d

0
o)
i

€84
6.0
9L
CTLA
T.d
0LX
690
894

T9a

Wy
o¥s

9€H

ol

T0ZA

1,610

S6T1
Y6TA

8871

981d
8710
¥81a

0871

69TM

€91d

1910

6GT1

62€T

9CEH

3

T9CH
0924
6GCH
8G2H

Ll

TScH
0821
6%20

PAZAS
9V

Yvea

(4498

+

ceTd

el
€eea

9971

8S¥T

€SP

4%
EVPa

0vva

00%T

86€S

T8EI
T8€L

cLea
TLER

69€4
89€A

79eX
€9€b

T9ed
0s€es

Sved
YPeEL

seea

TEEA

O

R LDWIDE
PROTEIN DATA BANK

W



3OFL

wwPDB X-ray Structure Validation Summary Report

TLVD

Page 22

L1

e Molecule 1
Chain N

C11d

60TY
801D

9074
SOTA

[40) %]

66A

@
a
=)

960

26N
T64
061

881

98d
S81

€84
6.d

9.0
SLA

T4
0LK
690

ool
©
I|..>‘

T9a

99D

ey

TS

STA

ovs

Teed
0zzA
6124
8120
L12H
9121

i214]

€021

TozA

76TA

0671

88T1

981d

¥81a

08TT

8.T4

69TM

€91d

6GTT

3

SSTh
TSTA

157458

6ETA
8ETN

veTV
€ETH
TeTS
1€T8
0€TH

8¢1d

9211
STTH

T21d

L1TT

0zZeEN

L1€0

STEN
Y1€H

1

80EN

90€T
S0€b

00€A

86CS

v6cs

6820

€824

0821

8.LTx
L.21

€.2b

892D

3

T9TM

6SCH
852y

Ll

TSy
0821
6%20

Lycd
9%CN

(478
Twed
o%ea
LETW
9€zh
SETT
c¢eTd

j/4an

S6EN

€60
Z6ET

06€S

¥ced

L1

e Molecule 1
Chain O

911
ST

L1771

Y110

¢11d

0TTD
60TY

L0TI
9014
SOTA

661
861

960

64
€6d

T6A

981
8.d
Y
9Lb
SLA
.Y
0LA
690
894
sn)
T84
V1
ovS
9EH
oeyd
Tl
€N

{44\
T2A

Tced

8120
L1TY
9121l

i
+

0871

i

69TM

S9T1

€91d

1910

6511

LST0
98711

YIEH
€1€1

80€EN
L0gd
90€1

00€A
6621

962S

v6cs
€6cd

682D

182D

8.LTH

€.2b

0LzL

22414

T9ZM

6SCH
89cy

Ll

PAZAS
VT

w¥ea

(4448
ved
ovea

LETN
9eTh

VETA

2¢eTd
TETA

¥eer
€eea

T0%3

86€S

S6EN

26ET

06€S
68EN
88EA

98eY
98EL
78€T

28T
18€L
08€D

cLed

TLEX
0Led

SE€ea
veen

TEEA

62€T
8zed

9CEH
gceM
¥zed
0ZeEN
LT€D

STEN

TLYD
S9%1
¥9vd
€974
8S¥T
oisi

44728
evva

(0744

BETN

O

R LDWIDE
PROTEIN DATA BANK

W



Page 23 wwPDB X-ray Structure Validation Summary Report 30FL
4 Data and refinement statistics (i)
Property Value Source
Space group P1 Depositor
Cell constants 80.99A 106.49A 237.66A .
Depositor
a, b, c,a, 3,y 88.46°  85.75° 69.02°
: 42.80 — 3.40 Depositor
Resolution (4) 4279 -~ 337 EDS
% Data completeness (Not available) (42.80-3.40) Depositor
(in resolution range) 84.3 (42.79-3.37) EDS
Rinerge (Not available) Depositor
Reym (Not available) Depositor
<I/o(l)>" 3.50 (at 3.40A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.250 , 0.281 Depositor
P ree 0.253 , 0.277 DCC
Rree test set 4354 reflections (5.23%) DCC
Wilson B-factor (A2) 60.2 Xtriage
Anisotropy 0.424 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.26 , -3.5 EDS
Estimated twinning fraction 0.017 for -h,-h+k -1 Xtriage
L-test for twinning <|L|>=048, < L* > =0.31 Xtriage
Outliers 0 of 92923 reflections Xtriage
F,F. correlation 0.85 EDS
Total number of atoms 51547 wwPDB-VP
Average B, all atoms (A?) 52.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.47% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
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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: JHM,
IDS

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 | by /g7 #|Z| >5 RMSZ #Z| >5

1 A 0.76 10/3400 (0.3%) 0.77 2/4622 (0.0%)

1 B 0.63 2/3400 (0.1%) 0.67 0/4622

1 C 0.66 1/3400 (0.0%) 0.70 1/4622 (0.0%)

1 D 0.66 2/3400 (0.1%) 0.75 3/4622 (0.1%)

1 E 0.71 3/3400 (0.1%) 0.72 1/4622 (0.0%)

1 F 0.60 0/3400 0.70 0/4622

1 G 0.59 0/3400 0.70 0/4622

1 H 0.64 2/3400 (0.1%) 0.69 2/4622 (0.0%)

1 | 0.62 0/3400 0.68 0/4622

1 J 0.60 0/3400 0.69 3/4622 (0.1%)

1 K 0.61 1/3400 (0.0%) 0.69 1/4622 (0.0%)

1 L 0.58 0/3400 0.68 0/4622

1 M 0.59 0/3400 0.67 0/4622

1 N 0.60 0/3400 0.69 0/4622

1 O 0.61 0/3392 0.68 0/4611
All All 0.63 | 21/50992 (0.0%) | 0.70 | 13/69319 (0.0%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying
if the center is modelled as a planar moiety or with the opposite hand. A planarity outlier is
detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms
of a sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
5 A 1 0
5 C 1 0
5 N 1 0
6 B 2 0
7 E 2 0
7 H 1 0
7 J 5 0
7 L 4 0

Continued on next page...
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Continued from previous page...
Mol | Chain | #Chirality outliers | #Planarity outliers
All All 17 0

The worst 5 of 21 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 E 56 | GLY C-O 12.55 1.43 1.23
1 A 172 | GLY C-O 11.64 1.42 1.23
1 A 176 | LYS CE-NZ | -11.37 1.20 1.49
1 C 278 | LYS CE-NZ | -9.26 1.25 1.49
1 D 280 | THR | CB-CG2 | -8.92 1.23 1.52

The worst 5 of 13 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
1 A 176 | LYS | CD-CE-NZ | -19.64 66.52 111.70
1 D 176 | LYS | CA-CB-CG | 12.45 140.78 113.40
1 D 278 | LYS | CD-CE-NZ | -10.97 86.48 111.70
1 E 444 | LYS | CD-CE-NZ | -6.82 96.02 111.70
1 D 176 | LYS CB-CA-C | -5.90 98.59 110.40

5 of 17 chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
518 | IDS C4
534 | IDS C4
538 | IDS C4
572 | IDS C4
548 | IDS C4

~| o o | o
0| Q| | | =

There are no planarity outliers.

5.2 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 hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the
Clashes column.
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 3315 0 3178 143 0
1 B 3315 0 3181 153 0
1 C 3315 0 3181 153 0
1 D 3315 0 3181 125 0
1 E 3315 0 3181 131 0
1 F 3315 0 3181 172 0
1 G 3315 0 3181 157 1
1 H 3315 0 3181 125 0
1 I 3315 0 3181 134 0
1 J 3315 0 3181 186 2
1 K 3315 0 3181 127 1
1 L 3315 0 3181 140 1
1 M 3315 0 3181 120 4
1 N 3315 0 3181 154 1
1 O 3307 0 3175 144 6
2 E 15 0 10 8 0
3 E 45 0 17 6 0
4 C 30 0 14 0 0
4 D 120 0 95 12 0
4 E 30 0 14 3 0
4 N 30 0 14 1 0
5 A 120 0 o4 1 3
) B 60 0 26 17 0
3 C 60 0 27 5 0
5 D 60 0 26 4 2
5 E 60 0 26 1
5 F 60 0 27 1 1
5 N 60 0 27 18 1
5 O 60 0 26 1 0
6 B 150 0 66 9 0
6 F 150 0 66 6 4
7 E 90 0 40 D 0
7 F 90 0 40 13 0
7 H 90 0 40 10 0
7 J 270 0 120 49 0
7 L 180 0 80 17 4

All All 51547 0 48521 2052 16

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 21.

The worst 5 of 2052 close contacts within the same asymmetric unit are listed below.
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Atom-1 Atom-2 Distance(A) | Clash(A)
7:J:561:JHM:H2A | 7:J:564:1DS:C3 1.42 1.38
5:B:530:1DS:061 | 1:C:274:SER:CB 1.76 1.31
1:C:95:THR:HB | 5:C:572:IDS:061 1.30 1.28
5:B:530:IDS:061 | 1:C:274:SER:HB2 1.12 1.28
7:L:611:JHM:H1 7:L:614:IDS:062 1.18 1.24

The worst 5 of 16 symmetry-related close contacts are listed below. The label for Atom-2 includes
the symmetry operator and encoded unit-cell translations to be applied.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:M:53:PRO:CB | 6:F:583:JHM:O7[1_655] 1.52 0.68
1:M:61:ASP:OD1 | 6:F:584:IDS:02S[1_655] 1.81 0.39

1:0:86:PRO:O | 5:A:519:JHM:O7[1_666] 1.83 0.37
1:1:89:SER:CB 7:1:613: JHM:09[1_655] 1.89 0.31
1:K:173:THR:CG2 | 5:E:514:IDS:01S[1_566] 1.95 0.25

5.3 Torsion angles

5.3.1 Protein backbone (1)

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 418/427 (98%) 366 (88%) | 40 (10%) | 12 (3%)
1 B 418/427 (98%) 368 (88%) | 41 (10%) 9 (2%)
1 C 418/427 (98%) 364 (87%) | 44 (10%) | 10 (2%)
1 D 418/427 (98%) 366 (88%) | 43 (10%) 9 (2%)
1 E 418/427 (98%) 368 (88%) | 41 (10%) 9 (2%)
1 F 418/427 (98%) 364 (87%) | 44 (10%) | 10 (2%)
1 G 418/427 (98%) 366 (88%) | 42 (10%) | 10 (2%)
1 H 418/427 (98%) 367 (88%) 39 (9%) 12 (3%)
1 I 418/427 (98%) 367 (88%) | 40 (10%) | 11 (3%)
1 J 418/427 (98%) 363 (87%) | 44 (10%) | 11 (3%)
1 K 418/427 (98%) 366 (88%) | 43 (10%) 9 (2%)
1 L 418/427 (98%) 370 (88%) 39 (9%) 9 (2%)
Continued on next page
$roe
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Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 M 418/427 (98%) 365 (87%) | 43 (10%) | 10 (2%) 9| 58
1 N 418/427 (98%) 365 (87%) | 45 (11%) 8 (2%) 64
1 O 417/427 (98%) 362 (87%) | 44 (11%) | 11 (3%) 8| 56
All All 6269/6405 (98%) | 5487 (88%) | 632 (10%) | 150 (2%) 9| 58

5 of 150 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 60 GLN
1 B 131 SER
1 B 140 SER
1 B 298 SER
1 C 131 SER

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 369/370 (100%) 343 (93%) | 26 (T%) 21 68
1 B 369/370 (100%) 347 (94%) | 22 (6%) 27 73
1 C 369/370 (100%) 343 (93%) | 26 (T%) 21 68
1 D 369/370 (100%) 348 (94%) | 21 (6%) 29 |75
1 E 369/370 (100%) 342 (93%) | 27 (%) 20 65
1 F 369/370 (100%) 341 (92%) | 28 (8%) 19 64
1 G 369/370 (100%) 345 (94%) | 24 (6%) 24 71
1 H 369/370 (100%) 346 (94%) | 23 (6%) 26 72
1 I 369/370 (100%) 345 (94%) | 24 (6%) 24 71
1 J 369/370 (100%) 348 (94%) | 21 (6%) 29 |75
1 K 369/370 (100%) 350 (95%) 19 (5%) 33 |78
1 L 369/370 (100%) 348 (94%) | 21 (6%) 29 |75
1 M 369/370 (100%) 348 (94%) | 21 (6%) 29 |75
1 N 369/370 (100%) 345 (94%) | 24 (6%) 24 71

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 O 368/370 (100%) 345 (94%) | 23 (6%) 25 72
All All 5534/5550 (100%) | 5184 (94%) | 350 (6%) 25 72

5 of 350 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 G 215 ASP
1 H 465 LEU
1 N 396 ASN
1 G 251 ARG
1 H 133 HIS

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 237 such
sidechains are listed below:

Mol | Chain | Res | Type
1 G 396 ASN
1 I 308 ASN
1 N 363 GLN
1 H 138 ASN
1 H 341 ASN

5.3.3 RNA (D

There are no RNA chains in this entry.

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

There are no non-standard protein/DNA/RNA residues in this entry.

5.5 Carbohydrates (i)

121 carbohydrates 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
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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).
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Mol | Type | Chain | Res | Link | oo | RSz | 412] 2| Counts | RMSE | 412]5 2
5 JHM A 517 5 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.88 | 4 (18%)
5 IDS A 518 5 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.03 5 (35%)
5 JHM A 519 5 15,15,15 | 1.15 2 (13%) | 22,2222 | 1.88 | 4 (18%)
5 IDS A 520 5 14,1517 | 1.91 2 (14%) | 14,2226 | 2.03 5 (35%)
5 JHM A 543 5 15,15,15 | 1.12 2 (13%) | 22,2222 | 1.88 | 4 (18%)
5 IDS A 544 5 14,15,17 | 1.91 2 (14%) | 14,2226 | 2.04 5 (35%)
5 JHM A 545 5 15,15,15 | 1.15 2 (13%) | 22,2222 | 1.89 | 4 (18%)
bt IDS A 546 5 14,1517 | 1.89 2 (14%) | 14,2226 | 2.04 5 (35%)
5 JHM B 527 5 15,15,15 | 1.14 2 (13%) | 22,2222 | 1.87 | 4 (18%)
5 IDS B 528 5 14,1517 | 1.89 2 (14%) | 14,2226 | 2.05 5 (35%)
5 JHM B 529 5 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.89 | 4 (18%)
5 IDS B 530 5 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.04 5 (35%)
6 JHM B 533 6 15,15,15 | 1.16 2 (13%) | 22,2222 | 1.88 | 4 (18%)
6 IDS B 534 6 14,1517 | 1.91 2 (14%) | 14,2226 | 2.03 5 (35%)
6 JHM B 535 6 15,15,15 | 1.14 2 (13%) | 22,2222 | 1.89 | 4 (18%)
6 IDS B 536 6 14,15,17 | 1.91 2 (14%) | 14,2226 | 2.05 5 (35%)
6 JHM B 537 6 15,15,15 | 1.15 2 (13%) | 22,2222 | 1.87 | 4 (18%)
6 IDS B 538 6 14,1517 | 1.89 2 (14%) | 14,2226 | 2.05 5 (35%)
6 JHM B 539 6 15,15,15 | 1.14 2 (13%) | 22,2222 | 1.89 | 4 (18%)
6 IDS B 540 6 14,15,17 | 1.90 2 (14%) | 14,22,26 | 2.04 5 (35%)
6 JHM B 541 6 15,15,15 | 1.14 2 (13%) | 22,2222 | 1.87 | 4 (18%)
6 IDS B 542 6 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.04 5 (35%)
4 JHM C 531 4 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.88 | 4 (18%)
4 IDS C 532 4 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.05 5 (35%)
5 JHM C 571 5 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.87 | 4 (18%)
5 IDS C 572 5 14,1517 | 1.90 2 (14%) | 14,2226 | 2.04 5 (35%)
5 JHM C D73 5 15,15,15 | 1.12 2 (13%) | 22,2222 | 1.88 | 4 (18%)
5 IDS C 574 5 14,15,17 | 1.90 2 (14%) | 14,22,26 | 2.03 5 (35%)
4 JHM D 503 4 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.87 | 4 (18%)
4 IDS D 504 4 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.03 5 (35%)
4 JHM D 507 4 15,15,15 | 1.16 2 (13%) | 22,2222 | 1.89 | 4 (18%)
4 IDS D 508 4 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.04 5 (35%)
4 JHM D 509 4 15,15,15 | 1.14 2 (13%) | 22,2222 | 1.88 | 4 (18%)
4 IDS D 510 4 14,1517 | 1.90 2 (14%) | 14,2226 | 2.04 5 (35%)
4 JHM D 521 4 15,15,15 | 1.14 2 (13%) | 22,2222 | 1.88 | 4 (18%)
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Mol | Type | Chain | Res | Link | oo | RuSE | 412] 2| Counts | RMSE | 412]5 2
4 IDS D 522 | 54 | 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.05 5 (35%)
5 JHM D 523 | 54 | 15,1515 | 1.13 2 (13%) | 22,2222 | 1.89 | 4 (18%)
5 IDS D 524 5 14,15,17 | 1.91 2 (14%) | 14,2226 | 2.04 5 (35%)
5 JHM D 525 5 15,15,15 | 1.16 2 (13%) | 22,2222 | 1.88 | 4 (18%)
5 IDS D 526 5 14,1517 | 1.91 2 (14%) | 142226 | 2.04 5 (35%)
3 IDS E 502 | 3,2 | 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.03 5 (35%)
3 JHM E 505 3 15,15,15 | 1.14 2 (13%) | 22,2222 | 1.88 | 4 (18%)
3 IDS E 506 3 14,1517 | 1.89 2 (14%) | 14,2226 | 2.04 5 (35%)
5 JHM E 511 5 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.88 | 4 (18%)
5 IDS E 512 5 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.04 5 (35%)
5 JHM E 513 5 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.87 | 4 (18%)
5 IDS E 514 5 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.03 5 (35%)
4 JHM E 515 4 15,15,15 | 1.12 2 (13%) | 22,2222 | 1.87 | 4 (18%)
4 IDS E 516 4 14,1517 | 1.89 2 (14%) | 14,2226 | 2.03 5 (35%)
7 JHM E 547 7 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.88 | 4 (18%)
7 IDS E 048 7 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.04 5 (35%)
7 JHM E 549 7 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.89 | 4 (18%)
7 IDS E 550 7 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.04 5 (35%)
7 JHM E 551 7 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.88 | 4 (18%)
7 IDS E 552 7 14,1517 | 1.89 2 (14%) | 14,22,26 | 2.02 5 (35%)
7 JHM F 565 7 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.88 | 4 (18%)
7 IDS F 566 7 14,1517 | 1.91 2 (14%) | 14,2226 | 2.04 5 (35%)
7 JHM F 567 7 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.88 | 4 (18%)
7 IDS F 268 7 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.03 5 (35%)
7 JHM F 569 7 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.88 | 4 (18%)
7 IDS F 570 7 14,1517 | 1.90 2 (14%) | 14,2226 | 2.04 5 (35%)
6 JHM F 581 6 15,15,15 | 1.14 2 (13%) | 22,2222 | 1.88 | 4 (18%)
6 IDS F 582 6 14,15,17 | 1.90 2 (14%) | 14,22,26 | 2.05 5 (35%)
6 JHM F 583 6 15,15,15 | 1.14 2 (13%) | 22,2222 | 1.88 | 4 (18%)
6 IDS F 584 6 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.04 5 (35%)
6 JHM F 585 6 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.88 | 4 (18%)
6 IDS F 586 6 14,1517 | 1.89 2 (14%) | 14,2226 | 2.04 5 (35%)
6 JHM F 587 6 15,15,15 | 1.14 2 (13%) | 22,2222 | 1.87 | 4 (18%)
6 IDS F 588 6 14,1517 | 1.90 2 (14%) | 14,2226 | 2.03 5 (35%)
6 JHM F 589 6 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.88 | 4 (18%)
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Mol | Type | Chain | Res | Link | oo | RuSE | 412] 2| Counts | RMSE | 412]5 2
6 IDS F 590 6 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.05 5 (35%)
5 JHM F 591 5 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.87 | 4 (18%)
5 IDS F 592 5 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.03 5 (35%)
5 JHM F 593 5 15,15,15 | 1.12 2 (13%) | 22,2222 | 1.88 | 4 (18%)
5 IDS F 594 5 14,15,17 | 1.90 2 (14%) | 142226 | 2.04 5 (35%)
7 JHM H D75 7 15,15,15 | 1.15 2 (13%) | 22,2222 | 1.89 | 4 (18%)
7 IDS H 576 7 14,15,17 | 1.90 2 (14%) | 14,22,26 | 2.05 5 (35%)
7 JHM H LYas 7 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.87 | 4 (18%)
7 IDS H D78 7 14,1517 | 1.89 2 (14%) | 14,2226 | 2.03 5 (35%)
7 JHM H 579 7 15,15,15 | 1.15 2 (13%) | 22,2222 | 1.88 | 4 (18%)
7 IDS H 580 7 14,1517 | 1.89 2 (14%) | 14,2226 | 2.04 5 (35%)
7 JHM J 553 7 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.88 | 4 (18%)
7 IDS J 554 7 14,1517 | 1.91 2 (14%) | 14,2226 | 2.05 5 (35%)
7 JHM J 555 7 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.87 | 4 (18%)
7 IDS J 556 7 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.03 5 (35%)
7 JHM J 557 7 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.87 | 4 (18%)
7 IDS J 558 7 14,15,17 | 1.91 2 (14%) | 14,2226 | 2.04 5 (35%)
7 JHM J 559 7 15,15,15 | 1.12 2 (13%) | 22,2222 | 1.87 | 4 (18%)
7 IDS J 560 7 14,1517 | 1.89 2 (14%) | 14,2226 | 2.05 5 (35%)
7 JHM J 561 7 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.89 | 4 (18%)
7 IDS J 562 7 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.03 5 (35%)
7 JHM J 563 7 15,15,15 | 1.14 2 (13%) | 22,2222 | 1.88 | 4 (18%)
7 IDS J 564 7 14,1517 | 1.89 2 (14%) | 14,2226 | 2.03 5 (35%)
7 JHM J 595 7 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.87 | 4 (18%)
7 IDS J 596 7 14,1517 | 1.91 2 (14%) | 14,2226 | 2.05 5 (35%)
7 JHM J 597 7 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.87 | 4 (18%)
7 IDS J 598 7 14,1517 | 1.91 2 (14%) | 14,2226 | 2.04 5 (35%)
7 JHM J 599 7 15,15,15 | 1.14 2 (13%) | 22,2222 | 1.88 | 4 (18%)
7 IDS J 600 7 14,1517 | 1.89 2 (14%) | 14,2226 | 2.04 5 (35%)
7 JHM L 611 7 15,15,15 | 1.14 2 (13%) | 22,2222 | 1.88 | 4 (18%)
7 IDS L 612 7 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.06 5 (35%)
7 JHM L 613 7 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.88 | 4 (18%)
7 IDS L 614 7 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.05 5 (35%)
7 JHM L 615 7 15,15,15 | 1.14 2 (13%) | 22,2222 | 1.87 | 4 (18%)
7 IDS L 616 7 14,1517 | 1.91 2 (14%) | 14,2226 | 2.06 5 (35%)
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Mol | Type | Chain | Res | Link | oo | RuSE | 412] 2| Counts | RMSE | 412]5 2
7 JHM L 617 7 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.87 | 4 (18%)
7 IDS L 618 7 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.05 5 (35%)
7 JHM L 619 7 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.87 | 4 (18%)
7 IDS L 620 7 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.04 5 (35%)
7 JHM L 621 7 15,15,15 | 1.14 2 (13%) | 22,2222 | 1.87 | 4 (18%)
7 IDS L 622 7 14,15,17 | 1.88 2 (14%) | 14,2226 | 2.05 5 (35%)
4 JHM N 601 4 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.88 | 4 (18%)
4 IDS N 602 4 14,1517 | 1.90 2 (14%) | 14,2226 | 2.04 5 (35%)
5 JHM N 607 5 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.88 | 4 (18%)
5 IDS N 608 5 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.05 5 (35%)
bt JHM N 609 5 15,15,15 | 1.13 2 (13%) | 22,2222 | 1.87 | 4 (18%)
5 IDS N 610 5 14,1517 | 1.89 2 (14%) | 14,2226 | 2.04 5 (35%)
5 JHM O 603 5 15,15,15 | 1.12 2 (13%) | 22,2222 | 1.86 | 4 (18%)
5 IDS O 604 5 14,1517 | 1.91 2 (14%) | 14,2226 | 2.04 5 (35%)
5 JHM O 605 5 15,15,15 | 1.12 2 (13%) | 22,2222 | 1.87 | 4 (18%)
5 IDS @) 606 3 14,15,17 | 1.90 2 (14%) | 14,2226 | 2.04 5 (35%)

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.

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
) JHM A 017 D - 0/6/22/22 | 0/1/1/1
) IDS A 018 D 1/1/5/710/9/22/29 | 0/1/1/1
5 JHM A 519 D - 0/6/22/22 | 0/1/1/1
5 IDS A 520 5 - 0/9/22/29 | 0/1/1/1
) JHM A 543 5 - 0/6/22/22 | 0/1/1/1
) IDS A 544 5 - 0/9/22/29 | 0/1/1/1
) JHM A 045 5t - 0/6/22/22 | 0/1/1/1
) IDS A 046 D - 0/9/22/29 | 0/1/1/1
) JHM B 227 D - 0/6/22/22 | 0/1/1/1
) IDS B 928 D - 0/9/22/29 | 0/1/1/1
5 JHM B 529 5 - 0/6/22/22 | 0/1/1/1
) IDS B 530 D - 0/9/22/29 | 0/1/1/1
6 JHM B 933 6 - 0/6/22/22 | 0/1/1/1
6 IDS B 034 6 1/1/5/7 1 0/9/22/29 | 0/1/1/1
6 JHM B 935 6 - 0/6/22/22 | 0/1/1/1
6 IDS B 536 6 - 0/9/22/29 | 0/1/1/1

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
6 JHM B 537 6 - 0/6/22/22 | 0/1/1/1
6 IDS B 538 6 1/1/5/7 1 0/9/22/29 | 0/1/1/1
6 JHM B 539 6 - 0/6/22/22 | 0/1/1/1
6 IDS B 540 6 - 0/9/22/29 | 0/1/1/1
6 JHM B 541 6 - 0/6/22/22 | 0/1/1/1
6 IDS B 542 6 - 0/9/22/29 | 0/1/1/1
4 JHM C 531 4 - 0/6/22/22 | 0/1/1/1
4 IDS C 532 4 - 0/9/22/29 | 0/1/1/1
5 JHM C 571 5 - 0/6/22/22 | 0/1/1/1
5 IDS C D72 5 1/1/5/710/9/22/29 | 0/1/1/1
5 JHM C D73 5 - 0/6/22/22 | 0/1/1/1
bt IDS C D74 5 - 0/9/22/29 | 0/1/1/1
4 JHM D 503 4 - 0/6/22/22 | 0/1/1/1
4 IDS D 504 4 - 0/9/22/29 | 0/1/1/1
4 JHM D 507 4 - 0/6/22/22 | 0/1/1/1
4 IDS D 508 4 - 0/9/22/29 | 0/1/1/1
4 JHM D 509 4 - 0/6/22/22 | 0/1/1/1
4 IDS D 510 4 - 0/9/22/29 | 0/1/1/1
4 JHM D 521 4 - 0/6/22/22 | 0/1/1/1
4 IDS D 522 | 54 - 0/9/22/29 | 0/1/1/1
5 JHM D 523 | 54 - 0/6/22/22 | 0/1/1/1
5 IDS D 524 5 - 0/9/22/29 | 0/1/1/1
5 JHM D 525 5 - 0/6/22/22 | 0/1/1/1
5 IDS D 526 5 - 0/9/22/29 | 0/1/1/1
3 IDS E 502 | 3,2 - 0/9/22/29 | 0/1/1/1
3 JHM E 505 3 - 0/6/22/22 | 0/1/1/1
3 IDS E 506 3 - 0/9/22/29 | 0/1/1/1
5 JHM E 511 5 - 0/6/22/22 | 0/1/1/1
5 IDS E 512 5 - 0/9/22/29 | 0/1/1/1
5 JHM E 513 5 - 0/6/22/22 | 0/1/1/1
5 IDS E 514 5 - 0/9/22/29 | 0/1/1/1
4 JHM E 515 4 - 0/6/22/22 | 0/1/1/1
4 IDS E 516 4 - 0/9/22/29 | 0/1/1/1
7 JHM E 547 7 - 0/6/22/22 | 0/1/1/1
7 IDS E 548 7 1/1/5/710/9/22/29 | 0/1/1/1
7 JHM E 549 7 - 0/6/22/22 | 0/1/1/1
7 IDS E 550 7 1/1/5/710/9/22/29 | 0/1/1/1
7 JHM E 551 7 - 0/6/22/22 | 0/1/1/1
7 IDS E 552 7 - 0/9/22/29 | 0/1/1/1
7 JHM F 565 7 - 0/6/22/22 | 0/1/1/1
7 IDS F 566 7 - 0/9/22/29 | 0/1/1/1
7 JHM F 567 7 - 0/6/22/22 | 0/1/1/1

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
7 IDS F 568 7 - 0/9/22/29 | 0/1/1/1
7 JHM F 569 7 - 0/6/22/22 | 0/1/1/1
7 IDS F 570 7 - 0/9/22/29 | 0/1/1/1
6 JHM F 581 6 - 0/6/22/22 | 0/1/1/1
6 IDS F 582 6 - 0/9/22/29 | 0/1/1/1
6 JHM F 583 6 - 0/6/22/22 | 0/1/1/1
6 IDS F 584 6 - 0/9/22/29 | 0/1/1/1
6 JHM F 585 6 - 0/6/22/22 | 0/1/1/1
6 IDS F 586 6 - 0/9/22/29 | 0/1/1/1
6 JHM F 587 6 - 0/6/22/22 | 0/1/1/1
6 IDS F 588 6 - 0/9/22/29 | 0/1/1/1
6 JHM F 589 6 - 0/6/22/22 | 0/1/1/1
6 IDS F 590 6 - 0/9/22/29 | 0/1/1/1
5 JHM F 591 5 - 0/6/22/22 | 0/1/1/1
5 IDS F 592 5 - 0/9/22/29 | 0/1/1/1
5 JHM F 593 5 - 0/6/22/22 | 0/1/1/1
5 IDS F 594 5 - 0/9/22/29 | 0/1/1/1
7 JHM H D75 7 - 0/6/22/22 | 0/1/1/1
7 IDS H D76 7 - 0/9/22/29 | 0/1/1/1
7 JHM H o577 7 - 0/6/22/22 | 0/1/1/1
7 IDS H D78 7 - 0/9/22/29 | 0/1/1/1
7 JHM H 579 7 - 0/6/22/22 | 0/1/1/1
7 IDS H 580 7 1/1/5/710/9/22/29 | 0/1/1/1
7 JHM J 553 7 - 0/6/22/22 | 0/1/1/1
7 IDS J 554 7 1/1/5/710/9/22/29 | 0/1/1/1
7 JHM J 555 7 - 0/6/22/22 | 0/1/1/1
7 IDS J 556 7 1/1/5/710/9/22/29 | 0/1/1/1
7 JHM J 557 7 - 0/6/22/22 | 0/1/1/1
7 IDS J 558 7 - 0/9/22/29 | 0/1/1/1
7 JHM J 559 7 - 0/6/22/22 | 0/1/1/1
7 IDS J 560 7 - 0/9/22/29 | 0/1/1/1
7 JHM J 561 7 - 0/6/22/22 | 0/1/1/1
7 IDS J 562 7 - 0/9/22/29 | 0/1/1/1
7 JHM J 563 7 - 0/6/22/22 | 0/1/1/1
7 IDS J 564 7 1/1/5/710/9/22/29 | 0/1/1/1
7 JHM J 595 7 - 0/6/22/22 | 0/1/1/1
7 IDS J 596 7 - 0/9/22/29 | 0/1/1/1
7 JHM J 597 7 - 0/6/22/22 | 0/1/1/1
7 IDS J 298 7 1/1/5/710/9/22/29 | 0/1/1/1
7 JHM J 599 7 - 0/6/22/22 | 0/1/1/1
7 IDS J 600 7 1/1/5/710/9/22/29 | 0/1/1/1
7 JHM L 611 7 - 0/6/22/22 | 0/1/1/1

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
7 IDS L 612 7 - 0/9/22/29 | 0/1/1/1
7 JHM L 613 7 - 0/6/22/22 | 0/1/1/1
7 IDS L 614 7 1/1/5/710/9/22/29 | 0/1/1/1
7 JHM L 615 7 - 0/6/22/22 | 0/1/1/1
7 IDS L 616 7 1/1/5/710/9/22/29 | 0/1/1/1
7 JHM L 617 7 - 0/6/22/22 | 0/1/1/1
7 IDS L 618 7 1/1/5/710/9/22/29 | 0/1/1/1
7 JHM L 619 7 - 0/6/22/22 | 0/1/1/1
7 IDS L 620 7 1/1/5/7 1 0/9/22/29 | 0/1/1/1
7 JHM L 621 7 - 0/6/22/22 | 0/1/1/1
7 IDS L 622 7 - 0/9/22/29 | 0/1/1/1
4 JHM N 601 4 - 0/6/22/22 | 0/1/1/1
4 IDS N 602 4 - 0/9/22/29 | 0/1/1/1
5 JHM N 607 5 - 0/6/22/22 | 0/1/1/1
5 IDS N 608 5 1/1/5/7 1 0/9/22/29 | 0/1/1/1
5 JHM N 609 5 - 0/6/22/22 | 0/1/1/1
5 IDS N 610 5 - 0/9/22/29 | 0/1/1/1
5 JHM @) 603 5 - 0/6/22/22 | 0/1/1/1
> IDS O 604 5 - 0/9/22/29 | 0/1/1/1
5 JHM O 605 5 - 0/6/22/22 | 0/1/1/1
5 IDS O 606 5 - 0/9/22/29 | 0/1/1/1

The worst 5 of 242 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
5 F 594 | IDS | 02-C2 | -4.91 1.37 1.46
7 J 596 | IDS | O2-C2 | -4.90 1.37 1.46
5 A 544 | IDS | 02-C2 | -4.89 1.37 1.46
7 J 598 | IDS | O2-C2 | -4.88 1.37 1.46
5 D 526 | IDS | 02-C2 | -4.88 1.37 1.46
The worst 5 of 545 bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
7 E 549 | JHM | C6-O6-S | 6.92 125.67 116.76
6 B 539 | JHM | C6-06-S | 6.91 125.65 116.76
7 J 561 | JHM | C6-06-S | 6.91 125.65 116.76
5 D 523 | JHM | C6-06-S | 6.90 125.63 116.76
7 F 567 | JHM | C6-06-S | 6.90 125.63 116.76
5 of 17 chirality outliers are listed below:
gPDB
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Mol | Chain | Res | Type | Atom
7 J 556 | IDS C4
7 L 614 | IDS C4
7 L 616 | IDS Cc4
7 J 554 | IDS C4
7 L 620 | IDS C4

There are no torsion outliers.

There are no ring outliers.

5.6 Ligand geometry (i)

1 ligand is 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 Counts | RMSZ | #|Z| > 2 | Counts | RMSZ | #|Z| > 2
2 [JHM | E [501| 3 [151515] 1.14 | 2(13%) | 222222 1.88 | 4 (18%)

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.
no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
2 | JOM | E | 501 3 - 0/6/22/22 | 0/1/1/1
All (2) bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 E 501 | JHM | O1-C1 | 2.65 1.45 1.39
2 E 501 | JHM | C3-C4 | 2.26 1.55 1.52
All (4) bond angle outliers are listed below:

- means
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
2 E 501 | JHM | C6-0O6-S | 6.87 125.60 116.76
2 E 501 | JHM | C3-C4-C5 | -3.10 106.75 109.92
2 E 501 | JHM | C2-C3-C4 | -2.56 107.16 110.61
2 E 501 | JHM | C1-C2-C3 | -2.38 107.03 111.16

There are no chirality outliers.
There are no torsion outliers.

There are no ring outliers.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues

There are no chain breaks in this entry.
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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 422/427 (98%) 0.06 | 4(0%) |81, 47 |13,51,103,135| 0
1 B 422/427 (98%) -0.05 5(1%) 75 39 |12,49,101,134| 0
1 C 422/427 (98%) 0.09 | 8(1%) 64 29 |11,44,102,137| 0
1 D 422/427 (98%) -0.11 4 (0%) |81 47 | 11,43, 96, 137 0
1 E 422/427 (98%) -0.12 1 (0%) 770 | 11,44, 101,137 | 0
1 F 422/427 (98%) 0.09 | 3(0%)|84] 52 |13,51,103,143| 0
1 G 422/427 (98%) 0.01 9(2%) 60 27 | 15,52, 102,124 | 0
1 H 422/427 (98%) -0.08 9(2%) 60 27 | 11,42, 99,141 0
1 I 422/427 (98%) -0.12 3(0%) |84 52 | 12,43, 97,135 0
1 J 422/427 (98%) -0.01 3 (0%) 52 | 11,48,102,131| 0
1 K 422/427 (98%) -0.06 2 (0%) 61 | 14, 52, 99, 140 0
1 L 422/427 (98%) 0.05 9(2%) 60 27 |14,50,104,131| 0
1 M 422/427 (98%) -0.04 7(1%) 67 31 |12,50,101,130| 0
1 N 422/427 (98%) -0.10 1(0%) 193} 771 | 16, 55, 99, 135 0
1 0 421/427 (98%) -0.01 8(1%) 64 29 |12,51,102,136| 0

All | Al | 6329/6405 (98%) | -0.06 |76 (1%) |75 39 | 11,48 102,143 | 0

The worst 5 of 76 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
138 | ASN 8.3
174 | ALA 5.5
136 | THR 5.2
134 | ALA 5.1
135 | ALA 4.8

—| = =] =]~
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6.2 Non-standard residues in protein, DNA, RNA chains (i)

There are no non-standard protein/DNA/RNA residues in this entry.

6.3 Carbohydrates (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. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
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 | RSR | LLDF | B-factors(A?) | Q<0.9
) IDS O 604 | 15/17 | 0.87 | 439.67 26,28,35,39 0
6 JHM F 589 | 15/15 | 0.73 | 187.82 42,62,84,85 0
) JHM C 573 | 15/15 0.68 87.55 42,62,84,85 0
) JHM O 603 | 15/15 0.79 29.48 42,62,84,85 0
6 IDS F 590 | 15/17 | 0.62 29.44 26,28,35,39 0
7 JHM E 549 | 15/15 | 0.74 25.57 42,62,84,85 0
7 JHM J 599 | 15/15 0.54 23.70 42,62,84,85 0
7 IDS J 556 | 15/17 | 0.74 21.18 26,28,35,39 0
7 IDS L 618 | 15/17 | 0.53 19.39 26,28,35,39 0
6 JHM F 587 | 15/15 | 0.59 19.03 42,62,84,85 0
4 IDS D 510 | 15/17 | 0.78 19.01 26,28,35,39 0
) IDS B 530 | 15/17 | 0.54 18.02 26,28,35,39 0
7 JHM H 579 | 15/15 0.52 17.01 42,62,84,85 0
7 JHM E 547 | 15/15 0.84 16.13 42,62,84,85 0
) JHM A 519 | 15/15 0.55 14.47 42,62,84,85 0
7 IDS J 598 | 15/17 | 0.69 14.34 26,28,35,39 0
4 IDS N 602 | 15/17 | 0.62 13.85 26,28,35,39 0
7 IDS E 548 | 15/17 | 0.68 13.41 26,28,35,39 0
7 IDS J 564 | 15/17 | 0.52 13.01 26,28,35,39 0
6 IDS F 588 | 15/17 | 0.50 12.09 26,28,35,39 0
7 IDS F 568 | 15/17 | 0.64 11.49 26,28,35,39 0
) JHM D 525 | 15/15 0.43 11.46 42,62,84,85 0
7 IDS J 600 | 15/17 | 0.55 11.22 26,28,35,39 0
7 JHM J 561 | 15/15 0.49 10.78 42,62,84,85 0
3 JHM E 505 | 15/15 0.57 10.16 42,62,84,85 0
7 JHM J 553 | 15/15 0.51 10.15 42,62,84,85 0
) IDS C 572 | 15/17 | 0.64 10.04 26,28,35,39 0
4 JHM D 509 | 15/15 | 0.55 9.66 42,62,84,85 0
6 JHM F 581 | 15/15 0.75 9.58 42,62,84,85 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
) JHM N 607 | 15/15 0.59 9.16 42,62,84,85 0
) IDS D 524 | 15/17 | 0.51 8.62 26,28,35,39 0
7 JHM H 575 | 15/15 0.89 8.50 42,62,84,85 0
) IDS A 518 | 15/17 | 0.56 8.46 26,28,35,39 0
7 JHM J 597 | 15/15 | 0.50 8.43 42,62,84,85 0
4 JHM D 503 | 15/15 0.74 8.35 42,62,84,85 0
4 IDS D 504 | 15/17 | 0.53 8.00 26,28,35,39 0
6 JHM B 537 | 15/15 0.51 7.97 42,62,84,85 0
4 JHM E 515 | 15/15 | 0.53 7.80 42,62,84,85 0
6 JHM F 583 | 15/15 0.69 7.71 42,62,84,85 0
7 JHM J 595 | 15/15 0.54 7.60 42,62,84,85 0
7 JHM J 555 | 15/15 0.68 7.59 42,62,84,85 0
7 IDS H 578 | 15/17 | 0.83 7.54 26,28,35,39 0
6 JHM F 585 | 15/15 0.71 7.43 42,62,84,85 0
7 JHM F 565 | 15/15 0.60 7.18 42,62,84,85 0
3 IDS E 502 | 15/17 | 0.49 7.11 26,28,35,39 0
7 JHM L 619 | 15/15 0.52 7.00 42,62,84,85 0
7 JHM H 577 | 15/15 0.74 6.96 42,62,84,85 0
) IDS N 610 | 15/17 | 0.69 6.87 26,28,35,39 0
) IDS D 526 | 15/17 | 0.50 6.84 26,28,35,39 0
) JHM D 523 | 15/15 0.56 6.73 42,62,84,85 0
7 IDS J 554 | 15/17 | 0.49 6.64 26,28,35,39 0
4 JHM D 521 | 15/15 0.59 6.23 42,62,84,85 0
) IDS A 520 | 15/17 | 0.46 6.06 26,28,35,39 0
6 IDS F 584 | 15/17 | 0.82 5.90 26,28,35,39 0
7 IDS H 576 | 15/17 | 0.65 5.87 26,28,35,39 0
7 IDS F 570 | 15/17 | 0.62 5.74 26,28,35,39 0
4 IDS D 508 | 15/17 | 0.54 5.44 26,28,35,39 0
7 JHM J 563 | 15/15 0.58 5.35 42,62,84,85 0
1 | JHM | D | 507 | 15/15 | 0.72 | 524 | 42,624,385 0
7 JHM L 615 | 15/15 | 0.69 5.15 42,62,84,85 0
7 IDS E 550 | 15/17 | 0.66 5.04 26,28,35,39 0
4 JHM N 601 | 15/15 0.63 4.97 42,62,84,85 0
3 IDS E 506 | 15/17 | 0.74 4.92 26,28,35,39 0
7 JHM F 567 | 15/15 | 0.47 4.80 42,62,84,85 0
7 IDS H 580 | 15/17 | 0.71 4.67 26,28,35,39 0
) IDS N 608 | 15/17 | 0.63 4.66 26,28,35,39 0
6 IDS F 586 | 15/17 | 0.58 4.55 26,28,35,39 0
) JHM E 511 | 15/15 0.51 4.29 42,62,84,85 0
4 IDS D 522 | 15/17 | 0.54 4.23 26,28,35,39 0
4 IDS C 532 | 15/17 | 0.73 4.09 26,28,35,39 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
7 | JHM | L | 613 | 15/15 | 041 | 404 | 42,62,8435 0
6 IDS B 542 | 15/17 | 0.71 3.87 26,28,35,39 0
) JHM O 605 | 15/15 0.79 3.74 42,62,84,85 0
6 IDS B 534 | 15/17 | 0.50 3.74 26,28,35,39 0
) JHM B 529 | 15/15 0.68 3.70 42,62,84,85 0
) JHM C 571 | 15/15 0.57 3.56 42,62,84,85 0
7 JHM F 569 | 15/15 0.51 3.13 42,62,84,85 0
) IDS C 574 | 15/17 | 0.58 3.11 26,28,35,39 0
) JHM A 517 | 15/15 | 0.42 2.79 42,62,84,85 0
7 IDS J 596 | 15/17 | 0.52 2.74 26,28,35,39 0
) JHM B 527 | 15/15 0.47 2.72 42,62,84,85 0
) IDS B 528 | 15/17 | 0.47 2.49 26,28,35,39 0
6 JHM B 541 | 15/15 0.51 2.45 42,62,84,85 0
7 IDS L 616 | 15/17 | 0.46 2.40 26,28,35,39 0
) IDS O 606 | 15/17 | 0.62 2.15 26,28,35,39 0
) IDS A 546 | 15/17 | 0.52 2.14 26,28,35,39 0
4 JHM C 531 | 15/15 0.56 2.12 42,62,84,85 0
7 JHM L 611 | 15/15 0.55 2.01 42,62,84,85 0
7 IDS L 614 | 15/17 | 0.44 2.00 26,28,35,39 0
) IDS A 544 | 15/17 | 0.49 1.88 26,28,35,39 0
7 JHM L 617 | 15/15 | 0.46 1.88 42,62,84,85 0
) JHM N 609 | 15/15 0.62 1.80 42,62,84,85 0
7 IDS J 562 | 15/17 | 0.59 1.66 26,28,35,39 0
) IDS E 514 | 15/17 | 0.55 1.65 26,28,35,39 0
) IDS F 592 | 15/17 | 0.53 1.59 26,28,35,39 0
) JHM F 593 | 15/15 0.61 1.53 42,62,84,85 0
) IDS F 594 | 15/17 | 0.55 1.38 26,28,35,39 0
) JHM A 543 | 15/15 0.45 1.13 42,62,84,85 0
) JHM F 591 | 15/15 0.50 0.71 42,62,84,85 0
7 IDS L 612 | 15/17 | 0.44 0.53 26,28,35,39 0
6 JHM B 539 | 15/15 0.61 - 42,62,84,85 0
6 IDS B 538 | 15/17 | 0.60 - 26,28,35,39 0
7 IDS F 566 | 15/17 | 0.65 - 26,28,35,39 0
7 JHM E 551 | 15/15 | 0.66 - 42,62,84,85 0
7 JHM J 557 | 15/15 | 0.68 - 42,62,84,85 0
7 1 IDS | L |62 15/17 | 0.64 | - 26.28.35,30 0
7 1 JHM | L | 621 | 15/15 | 0.50 - 12,62.84,85 0
) JHM A 545 | 15/15 0.56 - 42,62,84,85 0
6 JHM B 533 | 15/15 0.82 - 42,62,84,85 0
7 IDS L 620 | 15/17 | 0.59 - 26,28,35,39 0
6 IDS F 582 | 15/17 | 0.65 - 26,28,35,39 0
7 IDS J 560 | 15/17 | 0.60 - 26,28,35,39 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
6 IDS B 540 | 15/17 | 0.53 - 26,28,35,39 0
7 IDS J 558 | 15/17 | 0.83 - 26,28,35,39 0
7 IDS E 552 | 15/17 | 0.50 - 26,28,35,39 0
6 JHM B 535 | 15/15 | 0.58 - 42,62,84,85 0
) IDS E 512 | 15/17 | 0.69 - 26,28,35,39 0
7 JHM J 559 | 15/15 0.69 - 42,62,84,85 0
6 IDS B 536 | 15/17 | 0.61 - 26,28,35,39 0
4 IDS E 516 | 15/17 | 0.55 - 26,28,35,39 0
) JHM E 513 | 15/15 0.56 - 42,62,84,85 0

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. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
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 | RSR | LLDF | B-factors(A?) | Q<0.9
2 JHM E 501 | 15/15 | 0.45 | 33.56 42,62,84,85 0

6.5 Other polymers (i)

There are no such residues in this entry.
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