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1 Overall quality at a glance (i)

The reported resolution of this entry is 2.20 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 I 0 W 0.235
Clashscore I . 7
Ramachandran outliers I 0.0%
Sidechain outliers I 0.6%
RSRZ outliers I N 2.4%
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))
R free 66092 2038 (2.20-2.20)
Clashscore 79885 3751 (2.20-2.20)
Ramachandran outliers 78287 3681 (2.20-2.20)
Sidechain outliers 78261 3682 (2.20-2.20)
RSRZ outliers 66119 2939 (2.20-2.20)

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 1 1052 | = —
1 2 1052 | = —
1 3 1052 | = —
1 4 1052 | = —

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

Mol | Type | Chain | Res | Geometry | Electron density
3 MG 3 3003 - X
3 MG 4 3003 - X
4 NA 3 3102 - X
5} DMS 1 5001 - X

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

Mol | Type | Chain | Res | Geometry | Electron density
5 DMS 1 5006 - X
5 DMS 1 5007 - X
5 DMS 1 5010 - X
5 DMS 1 5013 - X
> DMS 1 5014 - X
5 DMS 1 5015 - X
5 DMS 1 5016 - X
5 DMS 1 5019 - X
5 DMS 1 5024 - X
5 DMS 1 5028 - X
5 DMS 1 5029 - X
bt DMS 2 1024 - X
5 DMS 2 5004 - X
5 DMS 2 5005 - X
5 DMS 2 5006 - X
5 DMS 2 5010 - X
5 DMS 2 5014 - X
5 DMS 2 5015 - X
> DMS 2 5016 - X
5 DMS 2 5019 - X
5 DMS 2 5020 - X
5 DMS 2 5021 - X
5 DMS 2 5022 - X
5 DMS 2 5023 - X
5 DMS 2 5025 - X
5 DMS 2 5026 - X
5 DMS 2 5031 - X
5 DMS 2 5032 - X
5 DMS 2 5033 - X
5 DMS 3 1024 - X
5 DMS 3 5004 - X
> DMS 3 5006 - X
5 DMS 3 5009 - X
5 DMS 3 5010 - X
5 DMS 3 5012 - X
5 DMS 3 5013 - X
5 DMS 3 5014 - X
5 DMS 3 5016 - X
bt DMS 3 5017 - X
5 DMS 3 5018 - X
5 DMS 3 5019 - X
5 DMS 3 5020 - X

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

Mol | Type | Chain | Res | Geometry | Electron density
5 DMS 3 5021 - X
5 DMS 3 5022 - X
5 DMS 3 5024 - X
5 DMS 3 5027 - X
> DMS 3 5028 - X
5 DMS 3 5029 - X
5 DMS 3 5030 - X
5 DMS 3 5031 - X
5 DMS 3 5033 - X
5 DMS 3 5034 - X
5 DMS 4 5003 - X
bt DMS 4 5007 - X
5 DMS 4 5010 - X
5 DMS 4 5013 - X
5 DMS 4 5014 - X
5 DMS 4 5016 - X
5 DMS 4 5018 - X
5 DMS 4 5019 - X
> DMS 4 5020 - X
5 DMS 4 5021 - X
5 DMS 4 5024 - X
5 DMS 4 5026 - X
5 DMS 4 5028 - X
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2 Entry composition (i)

There are 6 unique types of molecules in this entry. The entry contains 36190 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 Beta-galactosidase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 1 101 gtf;l 51(?35 1411\;7 15%9 388 0 0
1 2 101 g%l 51(235 1411\;7 15%9 388 0 0
L 3 1011 g(itl?)l 51%5 1411\;7 15%9 388 0 0
L 4 1011 g(itlzl 51(;)5 1411\;)7 15(?)9 388 0 0

There are 152 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
1 -28 MET - EXPRESSION TAG UNP B8LFD6
1 =27 GLY - EXPRESSION TAG UNP B8LFD6
1 -26 GLY - EXPRESSION TAG UNP B8LFD6
1 -25 SER - EXPRESSION TAG UNP B8LFD6
1 -24 HIS - EXPRESSION TAG UNP B8LFD6
1 -23 HIS - EXPRESSION TAG UNP BSLFD6
1 -22 HIS - EXPRESSION TAG UNP BSLFD6
1 -21 HIS - EXPRESSION TAG UNP B8LFD6
1 -20 HIS - EXPRESSION TAG UNP B8LFD6
1 -19 HIS - EXPRESSION TAG UNP B8LFD6
1 -18 GLY - EXPRESSION TAG UNP B8LFD6
1 -17 MET - EXPRESSION TAG UNP B8LFD6
1 -16 ALA - EXPRESSION TAG UNP BSLFD6
1 -15 SER - EXPRESSION TAG UNP BSLFD6
1 -14 MET - EXPRESSION TAG UNP B8LFD6
1 -13 THR - EXPRESSION TAG UNP B8LFD6
1 -12 GLY - EXPRESSION TAG UNP B8LFD6
1 -11 GLY - EXPRESSION TAG UNP B8LFD6
1 -10 GLN - EXPRESSION TAG UNP B8LFDG6
1 -9 GLN - EXPRESSION TAG UNP BSLFD6
1 -8 MET - EXPRESSION TAG UNP BSLFD6

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

Chain | Residue | Modelled | Actual Comment Reference
1 -7 GLY - EXPRESSION TAG UNP BSLFD6
1 -6 ARG - EXPRESSION TAG UNP BSLFD6
1 -5 ASP - EXPRESSION TAG UNP BSLFD6
1 -4 LEU - EXPRESSION TAG UNP BSLFD6
1 -3 TYR - EXPRESSION TAG UNP BSLFD6
1 -2 ASP - EXPRESSION TAG UNP BSLFD6
1 -1 ASP - EXPRESSION TAG UNP BSLFD6
1 0 ASP - EXPRESSION TAG UNP BSLFD6
1 1 ASP - EXPRESSION TAG UNP BSLFD6
1 2 LYS - EXPRESSION TAG UNP BSLFD6
1 3 ASP - EXPRESSION TAG UNP BSLFD6
1 4 PRO - EXPRESSION TAG UNP BSLFD6
1 5 MET - EXPRESSION TAG UNP BSLFD6
1 6 ILE - EXPRESSION TAG UNP BSLFD6
1 7 ASP - EXPRESSION TAG UNP BSLFD6
1 8 PRO - EXPRESSION TAG UNP BSLFD6
1 599 ALA ARG | ENGINEERED MUTATION | UNP B8LFD6
2 -28 MET - EXPRESSION TAG UNP BSLFD6
2 =27 GLY - EXPRESSION TAG UNP BSLFD6
2 -26 GLY - EXPRESSION TAG UNP BSLFD6
2 -25 SER - EXPRESSION TAG UNP BSLFD6
2 -24 HIS - EXPRESSION TAG UNP BSLFD6
2 -23 HIS - EXPRESSION TAG UNP BSLFD6
2 -22 HIS - EXPRESSION TAG UNP BSLFD6
2 -21 HIS - EXPRESSION TAG UNP BSLFD6
2 -20 HIS - EXPRESSION TAG UNP BSLFD6
2 -19 HIS - EXPRESSION TAG UNP BSLFD6
2 -18 GLY - EXPRESSION TAG UNP BSLFD6
2 -17 MET - EXPRESSION TAG UNP BSLFD6
2 -16 ALA - EXPRESSION TAG UNP BSLFD6
2 -15 SER - EXPRESSION TAG UNP BSLFD6
2 -14 MET - EXPRESSION TAG UNP BSLFD6
2 -13 THR - EXPRESSION TAG UNP BSLFD6
2 -12 GLY - EXPRESSION TAG UNP BSLFD6
2 -11 GLY - EXPRESSION TAG UNP BSLFD6
2 -10 GLN - EXPRESSION TAG UNP BSLFD6
2 -9 GLN - EXPRESSION TAG UNP BSLFD6
2 -8 MET - EXPRESSION TAG UNP BSLFD6
2 -7 GLY - EXPRESSION TAG UNP BSLFD6
2 -6 ARG - EXPRESSION TAG UNP BSLFD6
2 -5 ASP - EXPRESSION TAG UNP BSLFD6
2 -4 LEU - EXPRESSION TAG UNP BSLFD6

Continued on next page...



Page 7 wwPDB X-ray Structure Validation Summary Report 3MVO0

Continued from previous page...

Chain | Residue | Modelled | Actual Comment Reference
2 -3 TYR - EXPRESSION TAG UNP BSLFD6
2 -2 ASP - EXPRESSION TAG UNP BSLFD6
2 -1 ASP - EXPRESSION TAG UNP BSLFD6
2 0 ASP - EXPRESSION TAG UNP BSLFD6
2 1 ASP - EXPRESSION TAG UNP BSLFD6
2 2 LYS - EXPRESSION TAG UNP BSLFD6
2 3 ASP - EXPRESSION TAG UNP BSLFD6
2 4 PRO - EXPRESSION TAG UNP BSLFD6
2 5 MET - EXPRESSION TAG UNP BSLFD6
2 6 ILE - EXPRESSION TAG UNP BSLFD6
2 7 ASP - EXPRESSION TAG UNP BSLFD6
2 8 PRO - EXPRESSION TAG UNP BSLFD6
2 599 ALA ARG | ENGINEERED MUTATION | UNP B8LFD6
3 -28 MET - EXPRESSION TAG UNP BSLFD6
3 =27 GLY - EXPRESSION TAG UNP BSLFD6
3 -26 GLY - EXPRESSION TAG UNP BSLFD6
3 -25 SER - EXPRESSION TAG UNP BSLFD6
3 -24 HIS - EXPRESSION TAG UNP BSLFD6
3 -23 HIS - EXPRESSION TAG UNP BSLFD6
3 -22 HIS - EXPRESSION TAG UNP BSLFD6
3 -21 HIS - EXPRESSION TAG UNP BSLFD6
3 -20 HIS - EXPRESSION TAG UNP BSLFD6
3 -19 HIS - EXPRESSION TAG UNP BSLFD6
3 -18 GLY - EXPRESSION TAG UNP BSLFD6
3 -17 MET - EXPRESSION TAG UNP BSLFD6
3 -16 ALA - EXPRESSION TAG UNP BSLFD6
3 -15 SER - EXPRESSION TAG UNP BSLFD6
3 -14 MET - EXPRESSION TAG UNP BSLFD6
3 -13 THR - EXPRESSION TAG UNP BSLFD6
3 -12 GLY - EXPRESSION TAG UNP BSLFD6
3 -11 GLY - EXPRESSION TAG UNP BSLFD6
3 -10 GLN - EXPRESSION TAG UNP BSLFD6
3 -9 GLN - EXPRESSION TAG UNP BSLFD6
3 -8 MET - EXPRESSION TAG UNP BSLFD6
3 -7 GLY - EXPRESSION TAG UNP BSLFD6
3 -6 ARG - EXPRESSION TAG UNP BSLFD6
3 -5 ASP - EXPRESSION TAG UNP BSLFD6
3 -4 LEU - EXPRESSION TAG UNP BSLFD6
3 -3 TYR - EXPRESSION TAG UNP BSLFD6
3 -2 ASP - EXPRESSION TAG UNP BSLFD6
3 -1 ASP - EXPRESSION TAG UNP BSLFD6
3 0 ASP - EXPRESSION TAG UNP BSLFD6

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

Chain | Residue | Modelled | Actual Comment Reference
3 1 ASP - EXPRESSION TAG UNP BSLFD6
3 2 LYS - EXPRESSION TAG UNP BSLFD6
3 3 ASP - EXPRESSION TAG UNP BSLFD6
3 4 PRO - EXPRESSION TAG UNP BSLFD6
3 5 MET - EXPRESSION TAG UNP BSLFD6
3 6 ILE - EXPRESSION TAG UNP BSLFD6
3 7 ASP - EXPRESSION TAG UNP BSLFD6
3 8 PRO - EXPRESSION TAG UNP BSLFD6
3 599 ALA ARG | ENGINEERED MUTATION | UNP B8LFD6
4 -28 MET - EXPRESSION TAG UNP BSLFD6
4 -27 GLY - EXPRESSION TAG UNP BSLFD6
4 -26 GLY - EXPRESSION TAG UNP BSLFD6
4 -25 SER - EXPRESSION TAG UNP BSLFD6
4 -24 HIS - EXPRESSION TAG UNP BSLFD6
4 -23 HIS - EXPRESSION TAG UNP BSLFD6
4 -22 HIS - EXPRESSION TAG UNP BSLFD6
4 -21 HIS - EXPRESSION TAG UNP BSLFD6
4 -20 HIS - EXPRESSION TAG UNP BSLFD6
4 -19 HIS - EXPRESSION TAG UNP BSLFD6
4 -18 GLY - EXPRESSION TAG UNP BSLFD6
4 -17 MET - EXPRESSION TAG UNP BSLFD6
4 -16 ALA - EXPRESSION TAG UNP BSLFD6
4 -15 SER - EXPRESSION TAG UNP BSLFD6
4 -14 MET - EXPRESSION TAG UNP BSLFD6
4 -13 THR - EXPRESSION TAG UNP BSLFD6
4 -12 GLY - EXPRESSION TAG UNP BSLFD6
4 -11 GLY - EXPRESSION TAG UNP BSLFD6
4 -10 GLN - EXPRESSION TAG UNP BSLFD6
4 -9 GLN - EXPRESSION TAG UNP BSLFD6
4 -8 MET - EXPRESSION TAG UNP BSLFD6
4 -7 GLY - EXPRESSION TAG UNP BSLFD6
4 -6 ARG - EXPRESSION TAG UNP BSLFD6
4 -5 ASP - EXPRESSION TAG UNP BSLFD6
4 -4 LEU - EXPRESSION TAG UNP BSLFD6
4 -3 TYR - EXPRESSION TAG UNP BSLFD6
4 -2 ASP - EXPRESSION TAG UNP BSLFD6
4 -1 ASP - EXPRESSION TAG UNP BSLFD6
4 0 ASP - EXPRESSION TAG UNP BSLFD6
4 1 ASP - EXPRESSION TAG UNP BSLFD6
4 2 LYS - EXPRESSION TAG UNP BSLFD6
4 3 ASP - EXPRESSION TAG UNP BSLFD6
4 4 PRO - EXPRESSION TAG UNP BSLFD6

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

Chain | Residue | Modelled | Actual Comment Reference
4 5 MET - EXPRESSION TAG UNP B8LFD6
4 6 ILE - EXPRESSION TAG UNP B8LFD6
4 7 ASP - EXPRESSION TAG UNP B8LFD6
4 8 PRO - EXPRESSION TAG UNP B8LFD6
4 599 ALA ARG | ENGINEERED MUTATION | UNP B8LFDG6

e Molecule 2 is SUGAR (D-GALACTONOLACTONE) (three-letter code: 149) (formula:

CeH100s).
OH
O\ 0 ‘\\\\\\\\
F"f_,lrjf
HO/ : " oH
OH
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
2 1 1 12 6 6 0 0
Total C O
2 2 1 12 6 6 0 0
Total C O
2 3 1 12 6 6 0 0
Total C O
2 4 1 12 6 6 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
3 2 3 3 3 0 0
Total Mg
3 1 2 9 9 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
3 4 3 3 3 0 0
Total Mg
3 3 3 3 3 0 0

e Molecule 4 is SODIUM ION (three-letter code: NA) (formula: Na).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 2 4 Toial T 0 0
4 1 4 Toial T 0 0
4| 4 4 Toial T 0 0
1 3 4 Toial lia 0 0

e Molecule 5 is DIMETHYL SULFOXIDE (three-letter code: DMS) (formula: CyHgOS).

H,aC
= o
HA4C
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O S
5 1 1 4 9 1 1 0 0
Total C O S
5 1 1 4 9 1 1 0 0
Total C O S
5 1 1 A 9 1 1 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 1 1 Tof‘l g (1) ? 0 0
5 1 1 Toial g (1) ? 0 0
5 1 1 Toial g (1) ? 0 0
5 1 1 Toial g (1) ? 0 0
5 1 1 Toial g (1) ? 0 0
5 1 1 Toial g (1) ? 0 0
5 1 1 Toial g (1) ? 0 0
5 1 1 Tof‘l g ? ? 0 0
5 1 1 Toial g ? ? 0 0
5 1 1 Toial (23 (1) ? 0 0
5 1 1 Toial g (1) ? 0 0
5 1 1 Toial g (1) ? 0 0
5 1 1 Toial (23 (1) ? 0 0
5 1 1 Toial (23 Cl) ? 0 0
5 1 1 Toial g Cl) ? 0 0
5 1 1 Toial g Cl) ? 0 0
5 1 1 Toial g Cl) ? 0 0
5 1 1 Toial (23 (1) ? 0 0
5 1 1 Toial (23 (1) ? 0 0
5 1 | Toial (23 (1) ? 0 0
5 1 | Tojal (23 (1) ? 0 0

=
=1

e

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 1 1 Tof‘l g (1) ? 0 0
5 1 1 Toial g (1) ? 0 0
5 1 1 Toial g (1) ? 0 0
5 1 1 Toial g (1) ? 0 0
5 2 1 Toial g (1) ? 0 0
5 2 1 Toial g (1) ? 0 0
5 2 1 Toial g (1) ? 0 0
5 2 1 Tof‘l g ? ? 0 0
5 2 1 Toial g ? ? 0 0
5 2 1 Toial (23 (1) ? 0 0
5 2 1 Toial g (1) ? 0 0
5 2 1 Toial g (1) ? 0 0
5 2 1 Toial (23 (1) ? 0 0
5 2 1 Toial (23 Cl) ? 0 0
5 2 1 Toial g Cl) ? 0 0
5 2 1 Toial g Cl) ? 0 0
5 2 1 Toial g Cl) ? 0 0
5 2 1 Toial (23 (1) ? 0 0
5 2 1 Toial (23 (1) ? 0 0
5 2 | Toial (23 (1) ? 0 0
5 2 | Tojal (23 (1) ? 0 0

=
=1

e

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 2 1 Tof‘l g (1) ? 0 0
5 2 1 Toial g (1) ? 0 0
5 2 1 Toial g (1) ? 0 0
5 2 1 Toial g (1) ? 0 0
5 2 1 Toial g (1) ? 0 0
5 2 1 Toial g (1) ? 0 0
5 2 1 Toial g (1) ? 0 0
5 2 1 Tof‘l g ? ? 0 0
5 2 1 Toial g ? ? 0 0
5 2 1 Toial (23 (1) ? 0 0
5 2 1 Toial g (1) ? 0 0
5 2 1 Toial g (1) ? 0 0
5 2 1 Toial (23 (1) ? 0 0
5 2 1 Toial (23 Cl) ? 0 0
5 3 1 Toial g Cl) ? 0 0
5 3 1 Toial g Cl) ? 0 0
5 3 1 Toial g Cl) ? 0 0
5 3 1 Toial (23 (1) ? 0 0
5 3 1 Toial (23 (1) ? 0 0
5 3 1 Toial (23 (1) ? 0 0
5 3 1 Tojal (23 (1) ? 0 0

=
=1

e

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 3 1 Tof‘l g (1) ? 0 0
5 3 1 Toial g (1) ? 0 0
5 3 1 Toial g (1) ? 0 0
5 3 1 Toial g (1) ? 0 0
5 3 1 Toial g (1) ? 0 0
5 3 1 Toial g (1) ? 0 0
5 3 1 Toial g (1) ? 0 0
5 3 1 Tof‘l g ? ? 0 0
5 3 1 Toial g ? ? 0 0
5 3 1 Toial (23 (1) ? 0 0
5 3 1 Toial g (1) ? 0 0
5 3 1 Toial g (1) ? 0 0
5 3 1 Toial (23 (1) ? 0 0
5 3 1 Toial (23 Cl) ? 0 0
5 3 1 Toial g Cl) ? 0 0
5 3 1 Toial g Cl) ? 0 0
5 3 1 Toial g Cl) ? 0 0
5 3 1 Toial (23 (1) ? 0 0
5 3 1 Toial (23 (1) ? 0 0
5 3 1 Toial (23 (1) ? 0 0
5 3 1 Tojal (23 (1) ? 0 0

=
=1

e

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 3 1 Tof‘l g (1) ? 0 0
5 3 1 Toial g (1) ? 0 0
5 3 1 Toial g (1) ? 0 0
5 3 1 Toial g (1) ? 0 0
5 3 1 Toial g (1) ? 0 0
5 3 1 Toial g (1) ? 0 0
5 4 1 Toial g (1) ? 0 0
5 4 1 Tof‘l g ? ? 0 0
5 4 1 Toial g ? ? 0 0
5 4 1 Toial (23 (1) ? 0 0
5 4 1 Toial g (1) ? 0 0
5 4 1 Toial g (1) ? 0 0
5 4 1 Toial (23 (1) ? 0 0
5 4 1 Toial (23 Cl) ? 0 0
5 4 1 Toial g Cl) ? 0 0
5 4 1 Toial g Cl) ? 0 0
5 4 1 Toial g Cl) ? 0 0
5 4 1 Toial (23 (1) ? 0 0
5 4 1 Toial (23 (1) ? 0 0
5 4 | Toial (23 (1) ? 0 0
5 4 | Tojal (23 (1) ? 0 0

=
=1

e

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 4 1 Tof‘l g (1) ? 0
5 4 1 Toial g (1) ? 0
5 4 1 Toial g (1) ? 0
5 4 1 Toial g (1) ? 0
5 4 1 Toial g (1) ? 0
5 4 1 Toial g (1) ? 0
5 4 1 Toial g (1) ? 0
5 4 1 Tof‘l g ? ? 0
5 4 1 Toial g ? ? 0
5 4 1 Toial (23 (1) ? 0
5 4 1 Toial g (1) ? 0
5 4 1 Toial g (1) ? 0
5 4 1 Toial (23 (1) 51; 0
5 4 1 Toial g Cl) ? 0
e Molecule 6 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 1 e T;?tgl 7(7)3 0 0
6 2 858 T;;gl 828 0 0
6 3 760 T;ggl 7(6)0 0 0
6 4 760 T;’ggl 7(6)0 0 0
$PrDE
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These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
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.

3 Residue-property plots (i)

e Molecule 1: Beta-galactosidase

Page 17
Chain 1: =

| | — | | 6580 | | 969d
888 (414§ 869A 8681 (4498 8Ged G6SL 99.S

LV8) 8CTIN [asior 2951
L2714 7954

o. 1 1761 [ | 63LN
$21S oven £55M 1

98A 8824 LESH

£LM 82D €691 °
€820 zead °
i | | ° €780 | | | 951
aeh qzas ° [ ] 96 L€€T 6994 EER
654 [ | %251 €281 1 9gey 8759 1
[ | Tved [ | 1898 [ | oI 160 | geen
6%d ove1 6158 1 6084 1 veed 6V.L1
[ | [ | [ | 1891 [ | 12010 88s £EEY 8%.L0
TZA 902S TOSH 1 ® 7108I 0Z0TH 1 [ | THSH
| ozo [ | 108d 9€91 ® 008Y [ | 654 0gEA [ | °
61d 00zd R GE9L ® 66LL LT0TD 1 [ | pESI
SIN 661a 6671 1 86.LY [ | zsu 67€a £€91 °
8674 [ | 0g9Y 164 $TOTA 1 [ | zesd o el
[ | 9.L%% 1 [ | [ | €74 TIEV [ | °
619 [ | 5z9h $6.D TTOTY [ | g25s °
[ | TLYVA 1 [ | [ | 882y %251 °
S8TY [ ] 6198 88.d 866S €23 ® 08LT
$81T zs%S 8T9L [ | [ | ° 01
[ | [ | 2791 28.a 1860
0879 $Ebd | ot9v [ | [ | 0921 TTLY
[ | £E%T 519d Pk 0863 [ | S05Y 1
0L1d | zewM | I9H [ | 9ven [ | €0.d
[ | TE%Y £19d 6961 sHzh 108d 1
9974 | ogwd | zroL ® LU 8961 | when 009D 6694
| g91s 62va 1194 o Tl [ | £ved 6671
%910 [ | 0190 L) 3960 [ | [ | °
€970 z6EA 609V | o1 [ | 0%z1 £8%d °
[ | 16€H 1 69LM 3564 [ | [ | °
£5TH 06€S 2090 891 [ ] szed 10%8 °
| | | | 76D | [owma
8y1S L1871 963d 63N 9%6% £12s GLHT °
LYIN [ | G651 [ | SH6N % [ | 7
[ | €LEA 1 9GLM [ | < 902S €LY €991
THII [ | 1650 854 (4134 = [ | [ | | z99d
[ | 69€d 1 B3 [ | 7 00zb 29%S 1993
seTh | g9ga 185V €3N 968N o [ | [ | 1
[ | L9EN 1 | zsm [ | + 38TY LA 8591
1€7d 99€EA $8Gd 1821 268V % $871 [ | 1
[ | [ | £8GN | osza [ - N — [ | ovbA 1591
8TIN 19€d | z8sh | 6%.LI 0680 © 0819 [ | 1
LeTd [ | ® T18SN [ | 688Y G_o [ | vEVd o£9u
[ | 95€U e 08sF ovLa | 8881 v} 0L1d £EVT 1
Y21 [ | 6150 1880 L.ob.v [ | [ | 0Z9V
| eeta zggy 727 S | m 9914 eyl | etom
[24%) [ | 1183 ° 7881 | s918 [ | 8TOL
[ | SPEN 1 o 7S €889 .. %91a 00%L 1
zTid [ | €L5b ° [ ] — £9TH [ | §19d
1 0ved 1 ° 9,81 o K 1 z68k 1
SOTA [ ] 6950 ° [ ] = .. £5TM T6EH TT9Y
[ | 9£€U wmms ® 0£L1 mmw< % [N [ | ommm ommn
00TA | geen 01 0514
[ | veEed 2991 €980 o . m G TLEN 1094
96a 1 1954 80LM 2989 M < 8%1S [ | 1
] 1 1 | 1ess < 1IN L9EH 2630
160 TOEM £5GM £0Ld 0989 o O oVTA 99€EA | L6SN

RLDWIDE

] g ] =

0
PROTEIN DATA BANK

W


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

3MVO0

wwPDB X-ray Structure Validation Summary Report

Page 18

688Y
2880
7881
7884
9,81

£.L8Y

.84

6980

198L
€980
098D

58S
7881

8¥8L
L¥8)
®
e Sv8d
Y¥8H
€780
78N

t

€281

t

8084
L08A

708N

16,3

8.4

8.0

LLLT

ELLY

69.LM
89.LNH

2TOTh

0Z0TM

STOTH
Y1074

TT0TY

T00Td

166Q

S66D

0863

6964

5960

66y

L%6D
9764

2€6d
0€6A
268V

T68A
0680

Beta-galactosidase

e Molecule 1
Chain 3

96d
160
88S

084
6.d

9V
694
[4st:|
61d

€14

882y
0921
Eizd}
€¥ca
0%21
LETH
Teed
g¢ed
9TCH
€128
902s
00zb

S8TV
81T

6LTV

(%

891d

9914

¥o1a
€910

€STM
LYIN

EVTA
(47458

b

SETD

EETM

Terd

LeTd

¥Zis

C11d

00TA

90SA
T0Sd
6671
S8
9L¥YN
CLYA

€9%D
29%S

097N

LSYS

SSPI
¥SvI

YeEVd
€EVT

TEVY

62%d

L2%L

9Tvd

T6EL
T6EH

88¢€Y

LLET

99€A

C9€T

09€H

SGEN

0%€d

€eey

TeeL

9T€H

SO0€T

1621

v.9d
€LOV

1993

€99H
25971

9%9H
S794

0€9Y

0Z9Y

8191
L1971

ST9d
Y19H
€19d

1194
0190

8094

9091

209D

96S9d
S6SL

785d

815K

6950
895M

6794

97971

€91
2¢esd

§2ss

T2SH

6158

o
™
~
)

]
708N
[ gosd |

2080

0084

€6.L1
68.L71

z8La
8.4

LLLT

SLLD

€LY
cLLa

69.LM
89.LH

S9.7T
¥9.4

19.0
9G24

6V.LI
8v.LD

ceLT
P11
80LM
6694

9691

LT0TD
Y1074
TT0TV

L0014
900Td

L,66d

566D

€661

0863

6963

5960

8¥6d
L%6D

2€6d

0E6A

0680
688Y

1880
9,81
€.L8V

6781
8781

€780
[arliy
T8y
0€8T
S¢80

74:1)
€281

ST8H

L08A

Beta-galactosidase

e Molecule 1
Chain 4

08d
6.d

ELM

194
99d

694

[4:t:s

0sb

61d

Eizds]
€vca
(a8
LETY
Tecd
§gTd
veea
£ees
€1es

90Ts

002d
6610

961X

S8TV
7811

28IN
8.L74
0L1d
9914
€STM

8¥1s
LYIN

{47450
L2714
45
{44 %]
211d
SOTA
00TA
96d

160
06M

88s

il
15429

Yevd
E€EVT

TEVY

62%a

LT7L
9174

S6EH
T6EL
T6EH
06€S
88€Y
LLET

E€LEN
CLEW

99€A

T9ed

SGEN

cseyd

8¥ved

SveEN

9EEY

veex

962

882y
182a

0.2

PAS{AN

TScH
0§21

9VCH

02TV
6793
8T9L
ST9d
TT94
0T19a
609V
L09A
209D

969d
S6SL

¥85d

815K
LLSY

€180
0LSM
6990a
89GM

2991
1994

€5SM

6%Sd

9%ST

€€ST

¥2s1

6198

T0Sd

6671

687D

€8%d
[asigs

Y9VH

097N

TSLT

6V.LI
8¥%.L0

€V.LS
cv.LL

b

8€Ld
LELT

0€LT

L

TTL]

80.LM

€0.d

TOLA

6694

9691

269D

989d

0
I
©
=}

5290
v.L9d

0L97

1993

799Y

1

8991

959/

vSoM
€99H
2591

0593

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3MV0

Page 19

5960
G564

€969
c56d

cved
S16d
(4134
668D
688Y
2880
7884
9181
€.L8V
098D
L¥83
e Sv8d
Y¥8H
€780
0€81
€281
708N

T08I
0084

L

6.0

LLLT
9LLT

YL
ELLA
e 2L

69.LM

9.0

LS.0

S§5.4

€00TA

T00Td
8665
T66H

1860
9861

0863

6964

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



Page 20 wwPDB X-ray Structure Validation Summary Report 3MV0

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 149.84A 166.31A 201.71A .
Depositor
a, b, c,a, 3,y 90.00° 90.00° 90.00°
: 21.23 — 2.20 Depositor
Resolution (4) 21.23 — 2.20 EDS
% Data completeness 92.1 (21.23-2.20) Depositor
(in resolution range) 92.1 (21.23-2.20) EDS
Rinerge 0.11 Depositor
Reym (Not available) Depositor
<I/o(I)>" 2.11 (at 2.19A) Xtriage
Refinement program CNS 1.2 Depositor
R R 0.195 , 0.237 Depositor
P e 0.192 , 0.235 DCC
Rree test set 3358 reflections (1.44%) DCC
Wilson B-factor (A2) 25.8 Xtriage
Anisotropy 0.724 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.36 , 36.9 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning <|L| >=048, < [? > =10.31 Xtriage
Outliers 0 of 233822 reflections Xtriage
F,,F. correlation 0.95 EDS
Total number of atoms 36190 wwPDB-VP
Average B, all atoms (A2) 28.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The analyses of the Patterson function reveals
a significant off-origin peak that is 37.12 % of the origin peak, indicating pseudo translational
symmetry. The chance of finding a peak of this or larger height randomly in a structure without
pseudo translational symmetry is equal to 4.5024e-04. The detected translational NCS is most likely
also responsible for the elevated intensity ratio.

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: NA,
MG, DMS, 149

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 | ooy 71 o5 | RMSZ | #(2] >5
1 1 0.33 0/8361 0.61 | 0/11408
1 2 0.33 0/8361 0.62 | 0/11408
1 3 0.33 0/8361 0.61 | 0/11408
1 4 0.33 0/8361 0.62 | 0/11408
All All 0.33 | 0/33444 | 0.62 | 0/45632

There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.

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.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 1 8119 0 7708 109 0
1 2 8119 0 7708 107 0
1 3 8119 0 7708 110 0
1 4 8119 0 7708 118 0
2 1 12 0 9 0 0
2 2 12 0 9 0 0
2 3 12 0 9 0 0
2 4 12 0 9 0 0

Continued on next page...


http://wwpdb.org/ValidationPDFNotes.html#h.nix4wpqb51w3
http://wwpdb.org/ValidationPDFNotes.html#h.qvc5tbdzdm7o
http://wwpdb.org/ValidationPDFNotes.html#h.shu6hrz6hdk9

Page 22

wwPDB X-ray Structure Validation Summary Report

3MVO0

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 1 2 0 0 0 0
3 2 3 0 0 0 0
3 3 3 0 0 0 0
3 4 3 0 0 0 0
4 1 4 0 0 0 0
4 2 4 0 0 0 0
4 3 4 0 0 0 0
4 4 4 0 0 0 0
5 1 112 0 168 6 0
5 2 124 0 186 1 0
b} 3 136 0 204 1 0
) 4 116 0 174 0 0
6 1 773 0 0 4 0
6 2 858 0 0 D 0
6 3 760 0 0 3 0
6 4 760 0 0 2 0

All All 36190 0 31600 435 0

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 7.

The worst 5 of 435 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:3:142:ILE:HG12 | 1:3:170:GLU:HG2 1.50 0.94
1:1:142:ILE:HG12 | 1:1:170:GLU:HG2 1.57 0.84
1:4:687:GLN:NE2 1:4:687:GLN:H 1.76 0.83

1:1:823:LEU:O 1:2:730:LEU:HD21 1.80 0.81
1:1:283:GLY:HA3 | 5:1:5029:DMS:H12 1.63 0.79

There are no symmetry-related clashes.

5.3 Torsion angles

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.
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 1 1009/1052 (96%) | 968 (96%) | 40 (4%) | 1 (0%) 59 66
1 2 | 1009/1052 (96%) | 958 (95%) | 51 (5%) 0 [100] [100]
1 3 1009/1052 (96%) | 966 (96%) | 43 (4%) 0 |
1 4 1009/1052 (96%) | 958 (95%) | 51 (5%) 0 |
All | ALl | 4036/4208 (96%) | 3850 (95%) | 185 (5%) | 1 (0%) |

All (1) Ramachandran outliers are listed below:

Mol

Chain

Res | Type

1

1

798 ALA

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 1 863/897 (96%) 858 (99%) 5 (1%)
1 2 863/897 (96%) | 859 (100%) | 4 (0%)
1 3 863/897 (96%) 857 (99%) 6 (1%)
1 4 863/897 (96%) 857 (99%) 6 (1%)
All All 3452/3588 (96%) | 3431 (99%) | 21 (1%)

5 of 21 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 3 333 ARG
1 3 546 LEU
1 4 546 LEU
1 2 754 LYS
1 4 663 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 32 such
sidechains are listed below:

Mol

Chain

Res | Type

1

2

1017 GLN

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

Mol | Chain | Res | Type
1 3 554 GLN
1 4 804 ASN
1 3 394 ASN
1 3 624 GLN

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)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 153 ligands modelled in this entry, 27 are monoatomic - leaving 126 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 Counts RMSZg #|Z| > 2 | Counts RMSZg #|Z| > 2
2 149 1 2001 4 12,12,12 | 1.38 2 (16%) | 171717 | 0.84 0
5 DMS 1 5001 - 3,3,3 0.20 0 3,3,3 0.58 0
5 DMS 1 5002 - 3,3,3 0.17 0 3,3,3 0.55 0
5 DMS 1 5003 - 3,3,3 0.24 0 3,3,3 0.55 0
5 DMS 1 5004 - 3,3,3 0.21 0 3,3,3 0.57 0
5 DMS 1 5005 - 3,3,3 0.25 0 3,3,3 0.53 0
5 DMS 1 5006 - 3,3,3 0.21 0 3,3,3 0.55 0
5 DMS 1 5007 - 3,3,3 0.23 0 3,3,3 0.55 0
5 DMS 1 5008 - 3,3,3 0.22 0 3,3,3 0.54 0
5 DMS 1 5009 - 3,3,3 0.22 0 3,3,3 0.56 0

WORLDWIDE
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " 'RMS7 | #/2] > 2 | Counts | RMSZ | #|2| > 2
5 DMS 1 5010 - 3,3,3 0.23 0 3,3,3 0.55 0
5 DMS 1 5011 - 3,3,3 0.25 0 3,3,3 0.56 0
5 DMS 1 5012 - 3,3,3 0.20 0 3,3,3 0.53 0
5 DMS 1 5013 - 3,3,3 0.21 0 3,3,3 0.54 0
5 DMS 1 5014 - 3,3,3 0.24 0 3,3,3 0.56 0
5 DMS 1 5015 - 3,3,3 0.24 0 3,3,3 0.58 0
5 DMS 1 5016 - 3,3,3 0.24 0 3,3,3 0.58 0
5 DMS 1 5017 - 3,3,3 0.23 0 3,3,3 0.55 0
5 DMS 1 5018 4 3,3,3 0.24 0 3,3,3 0.56 0
5 DMS 1 5019 - 3,3,3 0.22 0 3,3,3 0.57 0
5 DMS 1 5020 - 3,3,3 0.19 0 3,3,3 0.55 0
bt DMS 1 5021 - 3,3,3 0.26 0 3,3,3 0.54 0
5 DMS 1 5022 - 3,3,3 0.23 0 3,3,3 0.55 0
5 DMS 1 5023 - 3,3,3 0.20 0 3,3,3 0.52 0
5 DMS 1 5024 - 3,3,3 0.23 0 3,3,3 0.55 0
5 DMS 1 5025 - 3,3,3 0.17 0 3,3,3 0.47 0
5 DMS 1 5026 - 3,3,3 0.19 0 3,3,3 0.48 0
5 DMS 1 5028 - 3,3,3 0.28 0 3,3,3 0.55 0
> DMS 1 5029 - 3,3,3 0.23 0 3,3,3 0.51 0
5 DMS 2 1024 - 3,3,3 0.28 0 3,3,3 0.57 0
2 149 2 2001 4 12,12,12 | 1.38 3(25%) | 171717 | 0.80 0
5 DMS 2 5001 - 3,3,3 0.26 0 3,3,3 0.58 0
5 DMS 2 5002 - 3,3,3 0.21 0 3,3,3 0.52 0
5 DMS 2 5003 - 3,3,3 0.24 0 3,3,3 0.57 0
5 DMS 2 5004 - 3,3,3 0.20 0 3,3,3 0.55 0
5 DMS 2 5005 - 3,3,3 0.21 0 3,3,3 0.54 0
5 DMS 2 5006 - 3,3,3 0.23 0 3,3,3 0.55 0
5 DMS 2 5008 - 3,3,3 0.21 0 3,3,3 0.58 0
bt DMS 2 5009 - 3,3,3 0.22 0 3,3,3 0.56 0
5 DMS 2 5010 - 3,3,3 0.21 0 3,3,3 0.56 0
5 DMS 2 5011 - 3,3,3 0.24 0 3,3,3 0.52 0
5 DMS 2 5012 - 3,3,3 0.23 0 3,3,3 0.54 0
5 DMS 2 5014 - 3,3,3 0.21 0 3,3,3 0.56 0
5 DMS 2 5015 - 3,3,3 0.20 0 3,3,3 0.56 0
5 DMS 2 5016 - 3,3,3 0.22 0 3,3,3 0.55 0
bt DMS 2 5017 - 3,3,3 0.22 0 3,3,3 0.58 0
5 DMS 2 5019 - 3,3,3 0.22 0 3,3,3 0.54 0
5 DMS 2 5020 - 3,3,3 0.25 0 3,3,3 0.55 0
5 DMS 2 5021 4 3,3,3 0.24 0 3,3,3 0.56 0
5 DMS 2 5022 3,3,3 0.20 0 3,3,3 0.54 0
5 DMS 2 5023 - 3,3,3 0.22 0 3,3,3 0.58 0
5 DMS 2 5024 - 3,3,3 0.21 0 3,3,3 0.55 0
5 DMS 2 5025 - 3,3,3 0.23 0 3,3,3 0.56 0

WORLDWIDE
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | RMSZg #|Z| > 2 | Counts RMSZg #|Z| > 2
5 DMS 2 5026 - 3,3,3 0.22 0 3,3,3 0.55 0
5 DMS 2 5027 - 3,3,3 0.24 0 3,3,3 0.55 0
5 DMS 2 5028 - 3,3,3 0.22 0 3,3,3 0.56 0
5 DMS 2 5029 - 3,3,3 0.29 0 3,3,3 0.53 0
> DMS 2 5030 - 3,3,3 0.14 0 3,3,3 0.50 0
5 DMS 2 5031 - 3,3,3 0.29 0 3,3,3 0.57 0
5 DMS 2 5032 - 3,3,3 0.26 0 3,3,3 0.52 0
5 DMS 2 5033 - 3,3,3 0.25 0 3,3,3 0.56 0
5 DMS 3 1024 - 3,3,3 0.22 0 3,3,3 0.56 0
2 149 3 2001 4 12,12,12 | 1.37 3(25%) | 171717 | 0.78 0
5 DMS 3 5001 - 3,3,3 0.21 0 3,3,3 0.56 0
5 DMS 3 5002 - 3,3,3 0.20 0 3,3,3 0.54 0
5 DMS 3 5003 - 3,3,3 0.24 0 3,3,3 0.54 0
5 DMS 3 5004 - 3,3,3 0.20 0 3,3,3 0.57 0
bt DMS 3 5005 - 3,3,3 0.22 0 3,3,3 0.52 0
5 DMS 3 5006 - 3,3,3 0.24 0 3,3,3 0.56 0
5 DMS 3 5007 - 3,3,3 0.22 0 3,3,3 0.56 0
5 DMS 3 5008 - 3,3,3 0.22 0 3,3,3 0.55 0
5 DMS 3 5009 - 3,3,3 0.23 0 3,3,3 0.55 0
5 DMS 3 5010 - 3,3,3 0.22 0 3,3,3 0.53 0
5 DMS 3 5011 - 3,3,3 0.22 0 3,3,3 0.54 0
5 DMS 3 5012 - 3,3,3 0.22 0 3,3,3 0.55 0
5 DMS 3 5013 - 3,3,3 0.22 0 3,3,3 0.56 0
5 DMS 3 5014 - 3,3,3 0.21 0 3,3,3 0.56 0
5 DMS 3 5015 - 3,3,3 0.20 0 3,3,3 0.55 0
5 DMS 3 5016 - 3,3,3 0.22 0 3,3,3 0.57 0
5 DMS 3 5017 - 3,3,3 0.24 0 3,3,3 0.56 0
5 DMS 3 5018 - 3,3,3 0.22 0 3,3,3 0.53 0
bt DMS 3 5019 - 3,3,3 0.24 0 3,3,3 0.56 0
5 DMS 3 5020 - 3,3,3 0.20 0 3,3,3 0.54 0
5 DMS 3 5021 4 3,3,3 0.22 0 3,3,3 0.55 0
5 DMS 3 5022 - 3,3,3 0.19 0 3,3,3 0.55 0
5 DMS 3 5023 - 3,3,3 0.20 0 3,3,3 0.55 0
5 DMS 3 5024 - 3,3,3 0.22 0 3,3,3 0.58 0
5 DMS 3 5025 - 3,3,3 0.22 0 3,3,3 0.55 0
bt DMS 3 5027 - 3,3,3 0.23 0 3,3,3 0.55 0
5 DMS 3 5028 - 3,3,3 0.23 0 3,3,3 0.54 0
5 DMS 3 5029 - 3,3,3 0.23 0 3,3,3 0.55 0
5 DMS 3 5030 - 3,3,3 0.22 0 3,3,3 0.53 0
5 DMS 3 5031 - 3,3,3 0.26 0 3,3,3 0.58 0
5 DMS 3 5032 - 3,3,3 0.11 0 3,3,3 0.58 0
5 DMS 3 5033 - 3,3,3 0.30 0 3,3,3 0.55 0
5 DMS 3 5034 - 3,3,3 0.27 0 3,3,3 0.58 0
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | ¢ %70 o #|Z| >2 | Counts RMSZ | #(Z| > 2
2 149 4 2001 4 12,12,12 | 1.17 2 (16%) | 17,1717 | 0.81 0
5 DMS 4 5001 - 3,3,3 0.22 0 3,3,3 0.56 0
5 DMS 4 5002 - 3,3,3 0.15 0 3,3,3 0.50 0
5 DMS 4 5003 - 3,3,3 0.20 0 3,3,3 0.56 0
5 DMS 4 5004 - 3,3,3 0.21 0 3,3,3 0.57 0
5 DMS 4 5005 - 3,3,3 0.23 0 3,3,3 0.53 0
5 DMS 4 5006 - 3,3,3 0.23 0 3,3,3 0.54 0
5 DMS 4 5007 - 3,3,3 0.23 0 3,3,3 0.55 0
> DMS 4 5008 - 3,3,3 0.25 0 3,3,3 0.55 0
5 DMS 4 5009 - 3,3,3 0.21 0 3,3,3 0.54 0
5 DMS 4 5010 - 3,3,3 0.24 0 3,3,3 0.55 0
5 DMS 4 5011 - 3,3,3 0.23 0 3,3,3 0.55 0
5 DMS 4 5012 - 3,3,3 0.23 0 3,3,3 0.53 0
5 DMS 4 5013 - 3,3,3 0.21 0 3,3,3 0.54 0
5 DMS 4 5014 - 3,3,3 0.20 0 3,3,3 0.52 0
5 DMS 4 5016 - 3,3,3 0.21 0 3,3,3 0.55 0
5 DMS 4 5017 - 3,3,3 0.23 0 3,3,3 0.56 0
5 DMS 4 5018 - 3,3,3 0.23 0 3,3,3 0.58 0
5 DMS 4 5019 - 3,3,3 0.24 0 3,3,3 0.56 0
5 DMS 4 5020 - 3,3,3 0.24 0 3,3,3 0.54 0
5 DMS 4 5021 - 3,3,3 0.23 0 3,3,3 0.55 0
5 DMS 4 5022 - 3,3,3 0.19 0 3,3,3 0.54 0
5 DMS 4 5023 - 3,3,3 0.21 0 3,3,3 0.53 0
5 DMS 4 5024 - 3,3,3 0.21 0 3,3,3 0.57 0
5 DMS 4 5025 - 3,3,3 0.25 0 3,3,3 0.53 0
5 DMS 4 5026 - 3,3,3 0.22 0 3,3,3 0.53 0
5 DMS 4 5027 - 3,3,3 0.21 0 3,3,3 0.55 0
5 DMS 4 5028 - 3,3,3 0.31 0 3,3,3 0.52 0
bt DMS 4 5029 - 3,3,3 0.25 0 3,3,3 0.54 0
5 DMS 4 5030 - 3,3,3 0.29 0 3,3,3 0.49 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.

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
2 149 1 2001 4 - 0/2/22/22 | 0/1/1/1
5 DMS 1 5001 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5002 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5003 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5004 - - 0/0/0/0 | 0/0/0/0

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
5 DMS 1 5005 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5006 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5007 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5008 - - 0/0/0/0 | 0/0/0/0
> DMS 1 5009 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5010 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5011 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5012 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5013 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5014 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5015 - - 0/0/0/0 | 0/0/0/0
bt DMS 1 5016 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5017 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5018 4 - 0/0/0/0 | 0/0/0/0
5 DMS 1 5019 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5020 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5021 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5022 - - 0/0/0/0 | 0/0/0/0
> DMS 1 5023 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5024 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5025 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5026 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5028 - - 0/0/0/0 | 0/0/0/0
5 DMS 1 5029 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 1024 - - 0/0/0/0 | 0/0/0/0
2 149 2 2001 4 - 0/2/22/22 | 0/1/1/1
5 DMS 2 5001 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5002 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5003 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5004 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5005 - - 0/0/0/0 | 0/0/0/0
> DMS 2 5006 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5008 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5009 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5010 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5011 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5012 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5014 - - 0/0/0/0 | 0/0/0/0
bt DMS 2 5015 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5016 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5017 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5019 - - 0/0/0/0 | 0/0/0/0

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
5 DMS 2 5020 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5021 4 - 0/0/0/0 | 0/0/0/0
5 DMS 2 5022 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5023 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5024 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5025 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5026 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5027 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5028 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5029 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5030 - - 0/0/0/0 | 0/0/0/0
bt DMS 2 5031 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5032 - - 0/0/0/0 | 0/0/0/0
5 DMS 2 5033 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 1024 - - 0/0/0/0 | 0/0/0/0
2 149 3 2001 4 - 0/2/22/22 | 0/1/1/1
5 DMS 3 5001 - 0/0/0/0 | 0/0/0/0
5 DMS 3 5002 - - 0/0/0/0 | 0/0/0/0
> DMS 3 5003 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5004 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5005 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5006 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5007 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5008 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5009 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5010 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5011 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5012 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5013 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5014 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5015 - - 0/0/0/0 | 0/0/0/0
> DMS 3 5016 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5017 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5018 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5019 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5020 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5021 4 - 0/0/0/0 | 0/0/0/0
5 DMS 3 5022 - - 0/0/0/0 | 0/0/0/0
bt DMS 3 5023 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5024 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5025 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5027 - - 0/0/0/0 | 0/0/0/0

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
5 DMS 3 5028 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5029 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5030 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5031 - - 0/0/0/0 | 0/0/0/0
> DMS 3 5032 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5033 - - 0/0/0/0 | 0/0/0/0
5 DMS 3 5034 - - 0/0/0/0 | 0/0/0/0
2 149 4 2001 4 - 0/2/22/22 | 0/1/1/1
5 DMS 4 5001 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5002 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5003 - - 0/0/0/0 | 0/0/0/0
bt DMS 4 5004 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5005 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5006 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5007 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5008 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5009 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5010 - - 0/0/0/0 | 0/0/0/0
> DMS 4 5011 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5012 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5013 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5014 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5016 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5017 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5018 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5019 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5020 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5021 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5022 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5023 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5024 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5025 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5026 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5027 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5028 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5029 - - 0/0/0/0 | 0/0/0/0
5 DMS 4 5030 - - 0/0/0/0 | 0/0/0/0

The worst 5 of 10 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 1 2001 | 149 C2-C1 | 3.08 1.54 1.51
Continued on next page...
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)

2 3 2001 | 149 C2-C1 | 2.94 1.54 1.51
2 2 2001 | 149 | O5-C1 | 2.84 1.38 1.34
2 1 2001 | 149 | O5-C1 | 2.59 1.38 1.34
2 4 2001 | 149 C2-C1 | 2.57 1.54 1.51

There are no bond angle outliers.

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.

gPDB
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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 |1011/1052 (96%) | -0.39 | 23 (2%) 57 53 |13, 25, 46, 74
2 | 1011/1052 (96%) | -0.47 |23 (2%) 57 58 | 13,24, 45,75
3 | 1011/1052 (96%) | -0.44 |26 (2%) 53 53 | 14, 24, 45, 75
(96%) (2%)
(96%) (2%)

—_ | = | = =

4 1011/1052 (96% -0.41 23 (2%) 57 58 | 13,25, 46, 74
All All 4044 /4208 (96% -0.43 95 (2%) 56 58 | 13, 25, 46, 75

(enll Henll e Bl e B e

The worst 5 of 95 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
732 | ALA 9.2
731 | PRO 6.6
772 | ASP 6.3
735 | HIS 6.2
735 | HIS 6.1

= = =] =]~
| =] =] o] wo

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)

There are no carbohydrates 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. 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
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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
) DMS 4 5007 4/4 0.51 38.60 | 113,113,113,114 0
) DMS 2 5031 4/4 0.22 33.56 61,62,62,63 0
) DMS 3 5019 4/4 0.20 26.44 63,63,64,64 0
) DMS 3 5014 4/4 0.29 19.06 68,69,70,70 0
) DMS 3 5031 4/4 0.18 16.57 58,59,60,60 0
) DMS 4 5010 4/4 0.23 15.00 78,78,78,79 0
) DMS 2 5025 4/4 0.27 13.73 93,93,93,94 0
) DMS 1 5007 4/4 0.24 12.16 90,90,90,91 0
) DMS 2 5019 4/4 0.20 11.36 69,70,70,70 0
) DMS 2 5020 4/4 0.18 11.21 69,70,70,70 0
) DMS 2 5015 4/4 0.20 10.67 56,56,56,57 0
) DMS 1 5029 4/4 0.18 10.29 51,52,53,54 0
) DMS 1 5010 4/4 0.22 10.23 T71,72,72,72 0
) DMS 4 5013 4/4 0.40 9.88 86,86,86,86 0
3 MG 4 3003 1/1 0.20 9.69 68,68,68,68 0
) DMS 3 5006 4/4 0.22 9.68 85,85,85,86 0
) DMS 2 5021 4/4 0.38 9.64 89,89,89,90 0
) DMS 2 5022 4/4 0.16 8.91 61,61,61,62 0
5) DMS 2 5026 4/4 0.16 8.38 63,63,63,65 0
) DMS 1 5019 4/4 0.25 8.30 82,83,83,83 0
) DMS 3 5012 4/4 0.34 8.13 108,108,109,109 0
) DMS 3 1024 4/4 0.18 7.75 74,74,75,75 0
) DMS 1 5016 4/4 0.12 7.67 65,65,65,65 0
) DMS 1 5014 4/4 0.17 7.61 65,65,66,66 0
3 MG 3 3003 1/1 0.18 7.52 78,78,78,78 0
) DMS 3 5018 4/4 0.23 7.27 73,74,75,75 0
) DMS 2 5032 4/4 0.16 7.21 54,54,54,54 0
) DMS 3 5017 4/4 0.21 6.53 83,83,84,84 0
) DMS 3 5009 4/4 0.23 6.17 88,88,89,89 0
) DMS 4 5019 4/4 0.16 6.10 64,64,64,64 0
) DMS 3 5020 4/4 0.18 5.85 64,64,64,65 0
) DMS 4 5024 4/4 0.21 5.84 80,81,81,81 0
) DMS 1 5028 4/4 0.28 5.74 65,66,66,66 0
) DMS 4 5014 4/4 0.28 5.74 66,67,67,67 0
) DMS 1 5013 4/4 0.28 5.60 96,96,97,97 0
) DMS 4 5021 4/4 0.20 5.04 68,68,68,68 0
) DMS 2 5006 4/4 0.22 4.78 92,92,92,93 0
) DMS 4 5028 4/4 0.14 4.57 41,42,42,43 0
) DMS 2 1024 4/4 0.15 4.57 59,60,61,61 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
5 | DMS | 2 5033 | 4/4 | 024 | 4.40 72.72.73,73 0
5 | DMS 3 5016 | 4/4 0.24 | 4.34 71,72,72,73 0
) DMS 3 5022 4/4 0.17 4.24 66,66,66,66 0
) DMS 3 5021 4/4 0.21 4.18 64,64,65,66 0
5 | DMS 3 5030 | 4/4 0.27 | 4.18 79,79,80,80 0
5 DMS 3 2004 4/4 0.12 4.18 49,50,52,52 0
5 | DMS 4 | 5003 | 4/4 | 0.12 | 4.07 42,42 43,44 0
) DMS 1 5015 4/4 0.15 4.00 65,65,66,66 0
5 | DMS 3 5013 | 4/4 0.21 | 3.92 55,56,56,56 0
5 DMS 2 5016 4/4 0.31 3.84 04,54,54,55 0
) DMS 1 0024 4/4 0.15 3.77 86,86,86,86 0
) DMS 1 5006 4/4 0.18 3.67 74,75,75,75 0
5 | DMS 3 5028 |  4/4 0.17 | 3.58 83,83,84,84 0
5 DMS 3 5033 4/4 0.20 3.51 99,60,61,61 0
5 DMS 3 5029 4/4 0.26 3.50 81,82,82,82 0
5 | DMS | 2 |5014| 4/4 | 018 | 3.37 48.49.49,49 0
5 DMS 3 5010 4/4 0.12 3.29 40,41,42,42 0
) DMS 3 0024 4/4 0.29 3.26 76,77,77,77 0
5 | DMS | 4 5020 4/4 | 0.13 | 3.18 72.72.72.72 0
5 | DMS 2 5023 | 4/4 0.20 | 3.17 57,58,58,59 0
5 | DMS 2 5010 | 4/4 0.14 | 3.17 87,87,87,87 0
) DMS 4 5018 4/4 0.12 2,80 72,72,73,73 0
5 | DMS | 1 |5001| 4/4 | 0.15 | 2.78 26,27.28,29 0
5 | DMS 4 5016 | 4/4 0.23 | 2.77 59,59,61,62 0
5 DMS 3 2034 4/4 0.21 2.64 66,66,66,67 0
5 DMS 3 5027 4/4 0.26 2.32 79,80,80,80 0
) DMS 2 5004 4/4 0.12 it 49,50,51,52 0
) DMS 4 5026 4/4 0.25 2.17 ] 102,102,102,102 0
5 DMS 2 5005 4/4 0.15 2.16 38,38,39,40 0
4 NA 3 3102 1/1 0.11 2.04 24,24,24 24 0
5 DMS 1 0017 4/4 0.18 1.98 61,61,61,62 0
5 DMS 2 5028 4/4 0.18 1.96 59,61,61,61 0
5 DMS 3 5015 4/4 0.31 1.94 67,67,67,68 0
5 | DMS 2 5017 | 4/4 0.25 1.91 92,92,93,94 0
4 NA 3 3103 1/1 0.19 1.91 42,42,42,42 0
3 MG 4 3001 1/1 0.10 1.86 23,23,23,23 0
) DMS 1 5025 4/4 0.14 1.77 45,46,47,49 0
5 DMS 3 5005 4/4 0.12 1.73 43,43,44,45 0
) DMS 2 5009 4/4 0.14 1.64 56,56,56,56 0
) DMS 4 2017 4/4 0.24 1.63 72,73,73,74 0
) DMS 4 2027 4/4 0.26 1.61 81,82,82,82 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
5 DMS 4 5009 4/4 0.14 1.48 60,60,60,61 0
2 149 1 2001 | 12/12 0.10 1.41 17,19,21,25 0
5 | DMS 2 5024 | 4/4 0.18 1.40 78,78,78,79 0
5 | DMS 2 5011 | 4/4 0.10 1.39 38,39,39,40 0
) DMS 4 5030 4/4 0.23 1.34 58,59,59,60 0
4 NA 4 3103 1/1 0.14 1.32 34,34,34,34 0
4 NA 2 3103 1/1 0.15 1.30 29,29,29,29 0
5 DMS 1 5022 4/4 0.25 1.26 82,82,82,83 0
5 DMS 3 5032 4/4 0.14 1.21 42,43,44,46 0
) DMS 1 2021 4/4 0.26 1.20 70,71,72,72 0
5 | DMS | 4 | 5029| 4/4 | 013 | Li7 60,61,61,61 0
) DMS 2 5003 4/4 0.14 1.16 38,38,39,40 0
5 DMS 4 5023 4/4 0.24 1.16 90,90,90,91 0
5 DMS 3 5001 4/4 0.13 1.14 31,31,31,35 0
5 DMS 3 5008 4/4 0.13 1.11 62,62,63,63 0
5 | DMS 1 5005 |  4/4 0.12 1.09 39,39,40,40 0
5 | DMS 1 5003 | 4/4 0.10 1.08 38,39,39,39 0
) DMS 3 5003 4/4 0.14 1.03 35,36,36,37 0
5 DMS 1 5009 4/4 0.13 0.91 55,55,55,56 0
5 DMS 4 5008 4/4 0.15 0.89 49,50,50,51 0
5 DMS 2 0027 4/4 0.17 0.84 71,71,71,72 0
5 DMS 2 5008 4/4 0.13 0.78 53,54,55,55 0
3 MG 1 3001 1/1 0.09 | 0.71 20,20,20,20 0
5 | DMS 4 5005 | 4/4 0.13 | 0.61 36,36,37,38 0
) DMS 3 5002 4/4 0.11 0.61 26,29,30,33 0
5 DMS 1 5012 4/4 0.16 0.56 61,61,62,62 0
4 | NA 1 |3103| 1/1 | 0.14 | 053 A7 47 47 A7 0
5 DMS 4 5006 4/4 0.13 0.50 46,47,48,49 0
5 | DMS 1 | 5026 | 4/4 | 0.12 | 042 60,61,61,61 0
) DMS 4 2011 4/4 0.11 0.42 41,41,42,43 0
5 | DMS | 4 | 5012 4/4 | 0.14 | 0.39 54,54,54,54 0
1 | NA T [3102] 1/T | 0.09 | 0.36 29.29.29,29 0
2 149 4 2001 | 12/12 0.08 0.19 13,17,19,24 0
5 DMS 2 5029 4/4 0.10 0.14 56,56,57,57 0
5 DMS 4 2004 4/4 0.10 0.12 93,53,55,55 0
5 DMS 1 5011 4/4 0.09 0.10 47,48,49,50 0
5 | DMS 1 5002 | 4/4 0.11 0.07 45,46,46,47 0
5 | DMS | 1 | 5023 4/4 | 0.11 | 0.2 63,63,64,64 0
5 DMS 1 5018 4/4 0.14 | -0.03 68,68,69,69 0
5 DMS 2 5001 4/4 0.10 -0.04 29,29,30,33 0
2 149 3 2001 | 12/12 0.07 -0.04 16,19,22,25 0
) DMS 2 5012 4/4 0.11 -0.08 42,44.44.46 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
) DMS 4 5022 4/4 0.11 -0.11 61,62,62,62 0
5 DMS 3 2007 4/4 0.11 -0.15 61,62,62,63 0
5 | DMS 1 5008 | 4/4 0.11 | -0.15 46,47,47,48 0
5 | DMS 4 5001 | 4/4 0.10 | -0.20 28,30,30,33 0
3 MG 2 3003 1/1 0.08 -0.22 45,45,45,45 0
4 NA 4 3104 1/1 0.14 -0.26 41,41,41,41 0
5 DMS 3 5025 4/4 0.11 -0.32 76,76,76,76 0
) DMS 1 5020 4/4 0.11 -0.33 04,55,55,56 0
5 DMS 3 5011 4/4 0.09 -0.36 47,49,49,50 0
5 | DMS 1 5004 | 4/4 0.09 | -0.36 49,50,51,51 0
5 | DMS 2 5030 | 4/4 0.09 | -0.36 38,39,39,39 0
) DMS 2 5002 4/4 0.09 -0.38 32,33,34,37 0
) DMS 4 5025 4/4 0.11 -0.38 D7,57,58,58 0
2 149 2 2001 | 12/12 0.07 -0.52 13,15,18,24 0
) DMS 4 5002 4/4 0.09 -0.53 39,39,39,39 0
4 NA 4 3102 | 1/1 0.07 | -0.70 20,20,20,20 0
4 NA 1 3104 | 1/1 0.10 | -0.73 55,55,55,55 0
i | NA 2 | 3104 | 1/1 | 0.08 | 086 | 34,34,34,34 0
i | NA 3 3100 | 1I/1 | 0.06 | -0.94 | 20,20,20,20 0
5 DMS 3 5023 4/4 0.07 | -1.38 46,46,47.,47 0
4 | NA 3 3104 1/1 | 0.05 | 2.16 | 42,42,4242 0
3 | MG 1T [3002] 1/1 | 0.06 | 2.60 | 24,24,24,24 0
4 NA 4 3101 1/1 0.04 | -2.82 16,16,16,16 0
4 NA 1 3101 1/1 0.04 | -3.00 21,21,21,21 0
i | NA 5 | 3102| 1/1 | 003 | -3.05 | 18,18,18,18 0
3 MG 2 3002 1/1 0.04 | -3.62 30,30,30,30 0
4 NA 2 3101 1/1 0.05 -4.38 18,18,18,18 0
3 MG 3 3002 1/1 0.05 -4.42 20,20,20,20 0
3 MG 4 3002 1/1 0.05 -4.80 25,25,25,25 0
3 MG 3 3001 1/1 0.04 | -5.17 19,19,19,19 0
3 MG 2 3001 1/1 0.03 | -7.73 22,22.2222 0

6.5 Other polymers (i)
There are no such residues in this entry.
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