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This is a wwPDB EM Validation Summary Report for a publicly released PDB entry.
We welcome your comments at validation@mail. wwpdb.org

https:/ /www.wwpdb.org/validation/2017/EM ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

The types of validation reports are described at
http://www.wwpdb.org/validation /2017 /FAQs#types.

A user guide is available at

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

EMDB validation analysis : 0.0.1.dev132
Mogul : 1.8.4, CSD as541be (2020)
MolProbity : 4-5-2 with Phenix2.0
Buster-report : wwPDB partial adaption of 1.1.7 (2018)
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
EM percentile statistics : 202505.v01 (Using data in the EMDB archive up until May 2025)
MapQ : 1.9.13
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49


https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
http://www.wwpdb.org/validation/2017/FAQs#types
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#references
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
ELECTRON MICROSCOPY

The reported resolution of this entry is 1.71 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
Clashscore I
Ramachandran outliers I

Sidechain outliers NN

Worse

Percentile Ranks Value

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Metric
Q-score Y

Worse

1

0

0

Better

Model-Map Fit Percentile Ranks Value

0 Percentile relative to all EM structures

o 073

Better

I Percentile relative to EM structures of similar resolution

Metric ‘Whole archive EM structures Similar EM resolution
(#Entries) (#Entries) (#Entries, resolution range(A))
Clashscore 229148 23984 -
Ramachandran outliers 224038 23583 -
Sidechain outliers 223484 23102 -
Q-score - 25397 612 ( 1.21-2.21)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the map. The red, orange, yellow and green segments of the bar indicate the fraction of residues
that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria respectively. A grey
segment represents the fraction of residues that are not modelled. The numeric value for each
fraction is indicated below the corresponding segment, with a dot representing fractions <=5%
The upper red bar (where present) indicates the fraction of residues that have poor fit to the EM
map (all-atom inclusion < 40%). The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
1 Al 166 n 91% ST%
1 A2 166 n 91% ST%
1 A3 166 n 92% S 7%
1 A4 166 A 91% %

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

Mol | Chain | Length Quality of chain
1 A5 166 92% ST
1 B1 166 92% ST
1 B2 166 91% ST
1 B3 166 91% 7%
1 B4 166 92% ST%
1 B5 166 91% 7%
1 C1 166 91% 7%
1 C2 166 92% ST
1 C3 166 91% 7%
1 C4 166 92% T
1 Ch 166 91% ST%
1 D1 166 91% ST%
1 D2 166 92% ST
1 D3 166 91% %
1 D4 166 92% 7%
1 D5 166 92% ST%
1 El 166 92% ST%
1 B2 166 90% 7%
1 E3 166 92% ST
1 E4 166 91% 7%
1 E5 166 92% ST
1 F1 166 91% ST%
1 F2 166 91% ST%
1 F3 166 92% ST
1 F4 166 91% %

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

Mol | Chain | Length Quality of chain
1 F5 166 A 92% ST
1 G1 166 n 92% ST
1 G2 166 i 91% ST
1 G3 166 . 92% %
1 G4 166 n 91% 7%
1 G5 166 = 90% 7%
1 H1 166 i 91% 7%
1 H2 166 k 92% ST
1 H3 166 n 91% 7%
1 H4 166 - 91% ST%
1 H5 166 n 92% ST
1 I1 166 n 91% ST%
1 12 166 n 91% ST%
1 I3 166 = 92% ST
1 14 166 A 91% 7%
1 I5 166 i 92% ST%
1 J1 166 n 90% 7%
1 J2 166 n 92% ST%
1 J3 166 i 91% 7%
1 J4 166 = 92% ST
1 Jb 166 n 91% ST%
1 K1 166 i 92% ST
1 K2 166 n 91% ST%
1| K3 | 16 | ™ e
1 K4 166 n 92% ST

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

Mol | Chain | Length Quality of chain
1 K5 166 A 91% ST%
1 L1 166 - 91% R 7
1 L2 166 = 92% ST%
1 L3 166 A 91% 7%
1 L4 166 i 92% ST%
1 L5 166 n 91% ST%
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 72870 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, 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 6,7-dimethyl-8-ribityllumazine synthase.

Mol | Chain | Residues Atoms AltConf | Trace
| Al 1od ?i%l 722 21(\)19 2C1)9 2 0 0
1| A2 1od ?i%l 722 21(\)19 2(1)9 2 0 0
L A3 1od fi%l 722 21(\)19 2(1)9 g 0 0
| Ad 1o4 fi%l 722 21(\)19 2(1)9 2 0 0
L A5 154 f(i%l 722 21(;]9 2(1)9 2 0 0
1 Bl 154 ?it%l 722 21(\)19 2(1)9 2 0 0
1| B2 154 ?it%l 722 21(\319 2(1)9 2 0 0
1| B3 1od ?it%l 75132 21(\319 2(1)9 2 0 0
L) B 1o4 ?i%l 732 21(\)19 2?9 g 0 ¥
L B 1o4 ?i%l 732 21(\)19 2?9 2 0 0
L« 154 ?1)%1 732 21(\)19 2(1)9 2 0 0
L e 154 ?1)%1 722 21(\)19 2?9 2 0 0
L e 1o4 ?1)%1 722 21(\)19 2C1)9 2 0 0
L 4 1od ?1)%1 722 21819 2(1)9 2 0 0
LG 1od ?1)%1 722 21519 2(1)9 2 0 0
L bl 1od %%l 722 218]9 2(1)9 2 0 0
L b2 1od ?1)%1 751]2 21(;]9 2(1)9 2 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
1 D3 1o4 ?it%l 75112 21(\)19 2(1)9 g 0 0
1 b4 1od ?it;;l 75132 21(319 2(1)9 2 0 0
1 e 154 rf‘i%l 75132 21(\)19 2(1)9 2 0 0
! 2 1o4 Ti%l 722 21(\)19 2(1)9 2 0 0
1 k2 154 rf(l) t;;’sl 75132 21(\319 2?9 2 0 0
L] B3 O I 0 0
L] = O I 0 0
L] B O I 0 0
L O I 0 0
L] k2 O I 0 0
L] 18 O I 0 0
L O I 0 0
1 k5 1od 111?167?’)1 7;32 21(\)19 2(1)9 2 0 0
1 Gl 1od 111(1)167?%l 722 21(\)19 2(1)9 2 0 0
! G2 1od 111(1)167?%l 732 21(\JI9 2(1)9 § 0 0
! G3 1od Ilj(it%l 732 21(\JI9 2(1)9 § 0 0
! G4 1od ?i%l 7532 21(\J]9 2(1)9 § 0 0
! G5 1od ?i%l 732 21(\319 2(1)9 § 0 0
1 H1 1od rf(i%l 7(432 21(\)19 2(1)9 § 0 0
1 H2 1od 1;(;;&31 75132 21(\)19 2(1)9 § 0 0
1 H3 1od ?i;a?)l 75132 21819 2(1)9 2 0 0

Continued on next page...
sPrpe
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Mol | Chain | Residues Atoms AltConf | Trace
1 Ha 1o4 ?it%l 75112 21(\)19 2(1)9 g 0 0
1 H5 1od ?it;;l 75132 21(319 2(1)9 2 0 0
1 h 154 rf‘i%l 75132 21(\)19 2(1)9 2 0 0
! 12 1o4 Ti%l 722 21(\)19 2(1)9 2 0 0
1 13 154 rf(l) t;;’sl 75132 21(\319 2?9 2 0 0
b O I 0 0
Lk O I 0 0
L i O I 0 0
L] O I 0 0
L] O I 0 0
L A O I 0 0
L O I 0 0
1 Kl 1od 111?167?’)1 7;32 21(\)19 2(1)9 2 0 0
1 K2 1od 111(1)167?%l 722 21(\)19 2(1)9 2 0 0
! K3 1od 111(1)167?%l 732 21(\JI9 2(1)9 § 0 0
! K4 1od Ilj(it%l 732 21(\JI9 2(1)9 § 0 0
! K3 1od ?i%l 7532 21(\J]9 2(1)9 § 0 0
! L1 1od ?i%l 732 21(\319 2(1)9 § 0 0
1 L2 1od rf(i%l 7(432 21(\)19 2(1)9 § 0 0
1 L3 1od 1;(;;&31 75132 21(\)19 2(1)9 § 0 0
1 L4 1od ?i;a?)l 75132 21819 2(1)9 2 0 0

Continued on next page...
sPrpe



Page 9

wwPDB EM Validation Summary Report

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 L5 154 1173 742 209 219 3 0

There are 840 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
Al 2 GLU GLN conflict UNP 066529
Al 121 ALA LEU | engineered mutation | UNP 066529
Al 155 LEU - expression tag UNP 066529
Al 156 GLU - expression tag UNP 066529
Al 157 GLY - expression tag UNP 066529
Al 158 GLY - expression tag UNP 066529
Al 159 TRP - expression tag UNP 066529
Al 160 SER - expression tag UNP 066529
Al 161 HIS - expression tag UNP 066529
Al 162 PRO - expression tag UNP 066529
Al 163 GLN - expression tag UNP 066529
Al 164 PHE - expression tag UNP 066529
Al 165 GLU - expression tag UNP 066529
Al 166 LYS - expression tag UNP 066529
A2 2 GLU GLN conflict UNP 066529
A2 121 ALA LEU | engineered mutation | UNP 066529
A2 155 LEU - expression tag UNP 066529
A2 156 GLU - expression tag UNP 066529
A2 157 GLY - expression tag UNP 066529
A2 158 GLY - expression tag UNP 066529
A2 159 TRP - expression tag UNP 066529
A2 160 SER - expression tag UNP 066529
A2 161 HIS - expression tag UNP 066529
A2 162 PRO - expression tag UNP 066529
A2 163 GLN - expression tag UNP 066529
A2 164 PHE - expression tag UNP 066529
A2 165 GLU - expression tag UNP 066529
A2 166 LYS - expression tag UNP 066529
A3 2 GLU GLN conflict UNP 066529
A3 121 ALA LEU | engineered mutation | UNP 066529
A3 155 LEU - expression tag UNP 066529
A3 156 GLU - expression tag UNP 066529
A3 157 GLY - expression tag UNP 066529
A3 158 GLY - expression tag UNP 066529
A3 159 TRP - expression tag UNP 066529
A3 160 SER - expression tag UNP 066529

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
A3 161 HIS - expression tag UNP 066529
A3 162 PRO - expression tag UNP 066529
A3 163 GLN - expression tag UNP 066529
A3 164 PHE - expression tag UNP 066529
A3 165 GLU - expression tag UNP 066529
A3 166 LYS - expression tag UNP 066529
A4 2 GLU GLN conflict UNP 066529
A4 121 ALA LEU | engineered mutation | UNP 066529
A4 155 LEU - expression tag UNP 066529
A4 156 GLU - expression tag UNP 066529
A4 157 GLY - expression tag UNP 066529
A4 158 GLY - expression tag UNP 066529
A4 159 TRP - expression tag UNP 066529
A4 160 SER - expression tag UNP 066529
A4 161 HIS - expression tag UNP 066529
A4 162 PRO - expression tag UNP 066529
A4 163 GLN - expression tag UNP 066529
A4 164 PHE - expression tag UNP 066529
A4 165 GLU - expression tag UNP 066529
A4 166 LYS - expression tag UNP 066529
A5 2 GLU GLN conflict UNP 066529
A5 121 ALA LEU | engineered mutation | UNP 066529
A5 155 LEU - expression tag UNP 066529
A5 156 GLU - expression tag UNP 066529
A5 157 GLY - expression tag UNP 066529
A5 158 GLY - expression tag UNP 066529
A5 159 TRP - expression tag UNP 066529
A5 160 SER - expression tag UNP 066529
A5 161 HIS - expression tag UNP 066529
A5 162 PRO - expression tag UNP 066529
A5 163 GLN - expression tag UNP 066529
A5 164 PHE - expression tag UNP 066529
A5 165 GLU - expression tag UNP 066529
A5 166 LYS - expression tag UNP 066529
B1 2 GLU GLN conflict UNP 066529
B1 121 ALA LEU | engineered mutation | UNP 066529
B1 155 LEU - expression tag UNP 066529
B1 156 GLU - expression tag UNP 066529
B1 157 GLY - expression tag UNP 066529
B1 158 GLY - expression tag UNP 066529
B1 159 TRP - expression tag UNP 066529
B1 160 SER - expression tag UNP 066529

Continued on next page...

EMD-54392, 9RYU




Page 11

wwPDB EM Validation Summary Report

Continued from previous page...

Chain | Residue | Modelled | Actual Comment Reference
B1 161 HIS - expression tag UNP 066529
B1 162 PRO - expression tag UNP 066529
B1 163 GLN - expression tag UNP 066529
B1 164 PHE - expression tag UNP 066529
B1 165 GLU - expression tag UNP 066529
B1 166 LYS - expression tag UNP 066529
B2 2 GLU GLN conflict UNP 066529
B2 121 ALA LEU | engineered mutation | UNP 066529
B2 155 LEU - expression tag UNP 066529
B2 156 GLU - expression tag UNP 066529
B2 157 GLY - expression tag UNP 066529
B2 158 GLY - expression tag UNP 066529
B2 159 TRP - expression tag UNP 066529
B2 160 SER - expression tag UNP 066529
B2 161 HIS - expression tag UNP 066529
B2 162 PRO - expression tag UNP 066529
B2 163 GLN - expression tag UNP 066529
B2 164 PHE - expression tag UNP 066529
B2 165 GLU - expression tag UNP 066529
B2 166 LYS - expression tag UNP 066529
B3 2 GLU GLN conflict UNP 066529
B3 121 ALA LEU | engineered mutation | UNP 066529
B3 155 LEU - expression tag UNP 066529
B3 156 GLU - expression tag UNP 066529
B3 157 GLY - expression tag UNP 066529
B3 158 GLY - expression tag UNP 066529
B3 159 TRP - expression tag UNP 066529
B3 160 SER - expression tag UNP 066529
B3 161 HIS - expression tag UNP 066529
B3 162 PRO - expression tag UNP 066529
B3 163 GLN - expression tag UNP 066529
B3 164 PHE - expression tag UNP 066529
B3 165 GLU - expression tag UNP 066529
B3 166 LYS - expression tag UNP 066529
B4 2 GLU GLN conflict UNP 066529
B4 121 ALA LEU | engineered mutation | UNP 066529
B4 155 LEU - expression tag UNP 066529
B4 156 GLU - expression tag UNP 066529
B4 157 GLY - expression tag UNP 066529
B4 158 GLY - expression tag UNP 066529
B4 159 TRP - expression tag UNP 066529
B4 160 SER - expression tag UNP 066529

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
B4 161 HIS - expression tag UNP 066529
B4 162 PRO - expression tag UNP 066529
B4 163 GLN - expression tag UNP 066529
B4 164 PHE - expression tag UNP 066529
B4 165 GLU - expression tag UNP 066529
B4 166 LYS - expression tag UNP 066529
B5 2 GLU GLN conflict UNP 066529
B5 121 ALA LEU | engineered mutation | UNP 066529
B5 155 LEU - expression tag UNP 066529
B5 156 GLU - expression tag UNP 066529
B5 157 GLY - expression tag UNP 066529
B5 158 GLY - expression tag UNP 066529
B5 159 TRP - expression tag UNP 066529
B5 160 SER - expression tag UNP 066529
B5 161 HIS - expression tag UNP 066529
B5 162 PRO - expression tag UNP 066529
B5 163 GLN - expression tag UNP 066529
B5 164 PHE - expression tag UNP 066529
B5 165 GLU - expression tag UNP 066529
B5 166 LYS - expression tag UNP 066529
C1 2 GLU GLN conflict UNP 066529
C1 121 ALA LEU | engineered mutation | UNP 066529
C1 155 LEU - expression tag UNP 066529
C1 156 GLU - expression tag UNP 066529
C1 157 GLY - expression tag UNP 066529
C1 158 GLY - expression tag UNP 066529
C1 159 TRP - expression tag UNP 066529
C1 160 SER - expression tag UNP 066529
C1 161 HIS - expression tag UNP 066529
C1 162 PRO - expression tag UNP 066529
C1 163 GLN - expression tag UNP 066529
C1 164 PHE - expression tag UNP 066529
C1 165 GLU - expression tag UNP 066529
C1 166 LYS - expression tag UNP 066529
C2 2 GLU GLN conflict UNP 066529
C2 121 ALA LEU | engineered mutation | UNP 066529
C2 155 LEU - expression tag UNP 066529
C2 156 GLU - expression tag UNP 066529
C2 157 GLY - expression tag UNP 066529
C2 158 GLY - expression tag UNP 066529
C2 159 TRP - expression tag UNP 066529
C2 160 SER - expression tag UNP 066529

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
C2 161 HIS - expression tag UNP 066529
C2 162 PRO - expression tag UNP 066529
C2 163 GLN - expression tag UNP 066529
C2 164 PHE - expression tag UNP 066529
C2 165 GLU - expression tag UNP 066529
C2 166 LYS - expression tag UNP 066529
C3 2 GLU GLN conflict UNP 066529
C3 121 ALA LEU | engineered mutation | UNP 066529
C3 155 LEU - expression tag UNP 066529
C3 156 GLU - expression tag UNP 066529
C3 157 GLY - expression tag UNP 066529
C3 158 GLY - expression tag UNP 066529
C3 159 TRP - expression tag UNP 066529
C3 160 SER - expression tag UNP 066529
C3 161 HIS - expression tag UNP 066529
C3 162 PRO - expression tag UNP 066529
C3 163 GLN - expression tag UNP 066529
C3 164 PHE - expression tag UNP 066529
C3 165 GLU - expression tag UNP 066529
C3 166 LYS - expression tag UNP 066529
C4 2 GLU GLN conflict UNP 066529
C4 121 ALA LEU | engineered mutation | UNP 066529
C4 155 LEU - expression tag UNP 066529
C4 156 GLU - expression tag UNP 066529
C4 157 GLY - expression tag UNP 066529
C4 158 GLY - expression tag UNP 066529
C4 159 TRP - expression tag UNP 066529
C4 160 SER - expression tag UNP 066529
C4 161 HIS - expression tag UNP 066529
C4 162 PRO - expression tag UNP 066529
C4 163 GLN - expression tag UNP 066529
C4 164 PHE - expression tag UNP 066529
C4 165 GLU - expression tag UNP 066529
C4 166 LYS - expression tag UNP 066529
Ch 2 GLU GLN conflict UNP 066529
Ch 121 ALA LEU | engineered mutation | UNP 066529
Ch 155 LEU - expression tag UNP 066529
Ch 156 GLU - expression tag UNP 066529
Ch 157 GLY - expression tag UNP 066529
Ch 158 GLY - expression tag UNP 066529
Ch 159 TRP - expression tag UNP 066529
Ch 160 SER - expression tag UNP 066529

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
Ch 161 HIS - expression tag UNP 066529
Ch 162 PRO - expression tag UNP 066529
Ch 163 GLN - expression tag UNP 066529
Ch 164 PHE - expression tag UNP 066529
Ch 165 GLU - expression tag UNP 066529
Ch 166 LYS - expression tag UNP 066529
D1 2 GLU GLN conflict UNP 066529
D1 121 ALA LEU | engineered mutation | UNP 066529
D1 155 LEU - expression tag UNP 066529
D1 156 GLU - expression tag UNP 066529
D1 157 GLY - expression tag UNP 066529
D1 158 GLY - expression tag UNP 066529
D1 159 TRP - expression tag UNP 066529
D1 160 SER - expression tag UNP 066529
D1 161 HIS - expression tag UNP 066529
D1 162 PRO - expression tag UNP 066529
D1 163 GLN - expression tag UNP 066529
D1 164 PHE - expression tag UNP 066529
D1 165 GLU - expression tag UNP 066529
D1 166 LYS - expression tag UNP 066529
D2 2 GLU GLN conflict UNP 066529
D2 121 ALA LEU | engineered mutation | UNP 066529
D2 155 LEU - expression tag UNP 066529
D2 156 GLU - expression tag UNP 066529
D2 157 GLY - expression tag UNP 066529
D2 158 GLY - expression tag UNP 066529
D2 159 TRP - expression tag UNP 066529
D2 160 SER - expression tag UNP 066529
D2 161 HIS - expression tag UNP 066529
D2 162 PRO - expression tag UNP 066529
D2 163 GLN - expression tag UNP 066529
D2 164 PHE - expression tag UNP 066529
D2 165 GLU - expression tag UNP 066529
D2 166 LYS - expression tag UNP 066529
D3 2 GLU GLN conflict UNP 066529
D3 121 ALA LEU | engineered mutation | UNP 066529
D3 155 LEU - expression tag UNP 066529
D3 156 GLU - expression tag UNP 066529
D3 157 GLY - expression tag UNP 066529
D3 158 GLY - expression tag UNP 066529
D3 159 TRP - expression tag UNP 066529
D3 160 SER - expression tag UNP 066529

Continued on next page...

EMD-54392, 9RYU




Page 15

wwPDB EM Validation Summary Report

Continued from previous page...

Chain | Residue | Modelled | Actual Comment Reference
D3 161 HIS - expression tag UNP 066529
D3 162 PRO - expression tag UNP 066529
D3 163 GLN - expression tag UNP 066529
D3 164 PHE - expression tag UNP 066529
D3 165 GLU - expression tag UNP 066529
D3 166 LYS - expression tag UNP 066529
D4 2 GLU GLN conflict UNP 066529
D4 121 ALA LEU | engineered mutation | UNP 066529
D4 155 LEU - expression tag UNP 066529
D4 156 GLU - expression tag UNP 066529
D4 157 GLY - expression tag UNP 066529
D4 158 GLY - expression tag UNP 066529
D4 159 TRP - expression tag UNP 066529
D4 160 SER - expression tag UNP 066529
D4 161 HIS - expression tag UNP 066529
D4 162 PRO - expression tag UNP 066529
D4 163 GLN - expression tag UNP 066529
D4 164 PHE - expression tag UNP 066529
D4 165 GLU - expression tag UNP 066529
D4 166 LYS - expression tag UNP 066529
D5 2 GLU GLN conflict UNP 066529
D5 121 ALA LEU | engineered mutation | UNP 066529
D5 155 LEU - expression tag UNP 066529
D5 156 GLU - expression tag UNP 066529
D5 157 GLY - expression tag UNP 066529
D5 158 GLY - expression tag UNP 066529
D5 159 TRP - expression tag UNP 066529
D5 160 SER - expression tag UNP 066529
D5 161 HIS - expression tag UNP 066529
D5 162 PRO - expression tag UNP 066529
D5 163 GLN - expression tag UNP 066529
D5 164 PHE - expression tag UNP 066529
D5 165 GLU - expression tag UNP 066529
D5 166 LYS - expression tag UNP 066529
E1 2 GLU GLN conflict UNP 066529
E1 121 ALA LEU | engineered mutation | UNP 066529
Bl 155 LEU - expression tag UNP 066529
E1l 156 GLU - expression tag UNP 066529
E1 157 GLY - expression tag UNP 066529
E1 158 GLY - expression tag UNP 066529
E1l 159 TRP - expression tag UNP 066529
E1 160 SER - expression tag UNP 066529

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
E1l 161 HIS - expression tag UNP 066529
Bl 162 PRO - expression tag UNP 066529
Bl 163 GLN - expression tag UNP 066529
E1 164 PHE - expression tag UNP 066529
E1 165 GLU - expression tag UNP 066529
E1 166 LYS - expression tag UNP 066529
E2 2 GLU GLN conflict UNP 066529
E2 121 ALA LEU | engineered mutation | UNP 066529
E2 155 LEU - expression tag UNP 066529
E2 156 GLU - expression tag UNP 066529
E2 157 GLY - expression tag UNP 066529
E2 158 GLY - expression tag UNP 066529
E2 159 TRP - expression tag UNP 066529
E2 160 SER - expression tag UNP 066529
E2 161 HIS - expression tag UNP 066529
E2 162 PRO - expression tag UNP 066529
B2 163 GLN - expression tag UNP 066529
E2 164 PHE - expression tag UNP 066529
E2 165 GLU - expression tag UNP 066529
E2 166 LYS - expression tag UNP 066529
E3 2 GLU GLN conflict UNP 066529
E3 121 ALA LEU | engineered mutation | UNP 066529
E3 155 LEU - expression tag UNP 066529
E3 156 GLU - expression tag UNP 066529
E3 157 GLY - expression tag UNP 066529
E3 158 GLY - expression tag UNP 066529
E3 159 TRP - expression tag UNP 066529
E3 160 SER - expression tag UNP 066529
E3 161 HIS - expression tag UNP 066529
E3 162 PRO - expression tag UNP 066529
E3 163 GLN - expression tag UNP 066529
E3 164 PHE - expression tag UNP 066529
E3 165 GLU - expression tag UNP 066529
E3 166 LYS - expression tag UNP 066529
E4 2 GLU GLN conflict UNP 066529
E4 121 ALA LEU | engineered mutation | UNP 066529
B4 155 LEU - expression tag UNP 066529
E4 156 GLU - expression tag UNP 066529
E4 157 GLY - expression tag UNP 066529
E4 158 GLY - expression tag UNP 066529
E4 159 TRP - expression tag UNP 066529
E4 160 SER - expression tag UNP 066529
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E4 161 HIS - expression tag UNP 066529
B4 162 PRO - expression tag UNP 066529
B4 163 GLN - expression tag UNP 066529
E4 164 PHE - expression tag UNP 066529
E4 165 GLU - expression tag UNP 066529
E4 166 LYS - expression tag UNP 066529
E5 2 GLU GLN conflict UNP 066529
E5 121 ALA LEU | engineered mutation | UNP 066529
E5 155 LEU - expression tag UNP 066529
E5 156 GLU - expression tag UNP 066529
E5 157 GLY - expression tag UNP 066529
E5 158 GLY - expression tag UNP 066529
E5 159 TRP - expression tag UNP 066529
E5 160 SER - expression tag UNP 066529
E5 161 HIS - expression tag UNP 066529
E5 162 PRO - expression tag UNP 066529
E5 163 GLN - expression tag UNP 066529
E5 164 PHE - expression tag UNP 066529
E5 165 GLU - expression tag UNP 066529
E5 166 LYS - expression tag UNP 066529
F1 2 GLU GLN conflict UNP 066529
F1 121 ALA LEU | engineered mutation | UNP 066529
F1 155 LEU - expression tag UNP 066529
F1 156 GLU - expression tag UNP 066529
F1 157 GLY - expression tag UNP 066529
F1 158 GLY - expression tag UNP 066529
F1 159 TRP - expression tag UNP 066529
F1 160 SER - expression tag UNP 066529
F1 161 HIS - expression tag UNP 066529
F1 162 PRO - expression tag UNP 066529
F1 163 GLN - expression tag UNP 066529
F1 164 PHE - expression tag UNP 066529
F1 165 GLU - expression tag UNP 066529
F1 166 LYS - expression tag UNP 066529
F2 2 GLU GLN conflict UNP 066529
F2 121 ALA LEU | engineered mutation | UNP 066529
F2 155 LEU - expression tag UNP 066529
F2 156 GLU - expression tag UNP 066529
F2 157 GLY - expression tag UNP 066529
F2 158 GLY - expression tag UNP 066529
F2 159 TRP - expression tag UNP 066529
F2 160 SER - expression tag UNP 066529
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F2 161 HIS - expression tag UNP 066529
F2 162 PRO - expression tag UNP 066529
F2 163 GLN - expression tag UNP 066529
F2 164 PHE - expression tag UNP 066529
F2 165 GLU - expression tag UNP 066529
F2 166 LYS - expression tag UNP 066529
F3 2 GLU GLN conflict UNP 066529
F3 121 ALA LEU | engineered mutation | UNP 066529
F3 155 LEU - expression tag UNP 066529
F3 156 GLU - expression tag UNP 066529
F3 157 GLY - expression tag UNP 066529
F3 158 GLY - expression tag UNP 066529
F3 159 TRP - expression tag UNP 066529
F3 160 SER - expression tag UNP 066529
F3 161 HIS - expression tag UNP 066529
F3 162 PRO - expression tag UNP 066529
F3 163 GLN - expression tag UNP 066529
F3 164 PHE - expression tag UNP 066529
F3 165 GLU - expression tag UNP 066529
F3 166 LYS - expression tag UNP 066529
F4 2 GLU GLN conflict UNP 066529
F4 121 ALA LEU | engineered mutation | UNP 066529
F4 155 LEU - expression tag UNP 066529
F4 156 GLU - expression tag UNP 066529
F4 157 GLY - expression tag UNP 066529
F4 158 GLY - expression tag UNP 066529
F4 159 TRP - expression tag UNP 066529
F4 160 SER - expression tag UNP 066529
F4 161 HIS - expression tag UNP 066529
F4 162 PRO - expression tag UNP 066529
F4 163 GLN - expression tag UNP 066529
F4 164 PHE - expression tag UNP 066529
F4 165 GLU - expression tag UNP 066529
F4 166 LYS - expression tag UNP 066529
F5 2 GLU GLN conflict UNP 066529
F5 121 ALA LEU | engineered mutation | UNP 066529
F5 155 LEU - expression tag UNP 066529
F5 156 GLU - expression tag UNP 066529
F5 157 GLY - expression tag UNP 066529
F5 158 GLY - expression tag UNP 066529
F5 159 TRP - expression tag UNP 066529
F5 160 SER - expression tag UNP 066529
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F5 161 HIS - expression tag UNP 066529
F5 162 PRO - expression tag UNP 066529
F5 163 GLN - expression tag UNP 066529
F5 164 PHE - expression tag UNP 066529
F5 165 GLU - expression tag UNP 066529
F5 166 LYS - expression tag UNP 066529
G1 2 GLU GLN conflict UNP 066529
G1 121 ALA LEU | engineered mutation | UNP 066529
G1 155 LEU - expression tag UNP 066529
G1 156 GLU - expression tag UNP 066529
G1 157 GLY - expression tag UNP 066529
G1 158 GLY - expression tag UNP 066529
G1 159 TRP - expression tag UNP 066529
G1 160 SER - expression tag UNP 066529
G1 161 HIS - expression tag UNP 066529
G1 162 PRO - expression tag UNP 066529
G1 163 GLN - expression tag UNP 066529
G1 164 PHE - expression tag UNP 066529
G1 165 GLU - expression tag UNP 066529
G1 166 LYS - expression tag UNP 066529
G2 2 GLU GLN conflict UNP 066529
G2 121 ALA LEU | engineered mutation | UNP 066529
G2 155 LEU - expression tag UNP 066529
G2 156 GLU - expression tag UNP 066529
G2 157 GLY - expression tag UNP 066529
G2 158 GLY - expression tag UNP 066529
G2 159 TRP - expression tag UNP 066529
G2 160 SER - expression tag UNP 066529
G2 161 HIS - expression tag UNP 066529
G2 162 PRO - expression tag UNP 066529
G2 163 GLN - expression tag UNP 066529
G2 164 PHE - expression tag UNP 066529
G2 165 GLU - expression tag UNP 066529
G2 166 LYS - expression tag UNP 066529
G3 2 GLU GLN conflict UNP 066529
G3 121 ALA LEU | engineered mutation | UNP 066529
G3 155 LEU - expression tag UNP 066529
G3 156 GLU - expression tag UNP 066529
G3 157 GLY - expression tag UNP 066529
G3 158 GLY - expression tag UNP 066529
G3 159 TRP - expression tag UNP 066529
G3 160 SER - expression tag UNP 066529
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G3 161 HIS - expression tag UNP 066529
G3 162 PRO - expression tag UNP 066529
G3 163 GLN - expression tag UNP 066529
G3 164 PHE - expression tag UNP 066529
G3 165 GLU - expression tag UNP 066529
G3 166 LYS - expression tag UNP 066529
G4 2 GLU GLN conflict UNP 066529
G4 121 ALA LEU | engineered mutation | UNP 066529
G4 155 LEU - expression tag UNP 066529
G4 156 GLU - expression tag UNP 066529
G4 157 GLY - expression tag UNP 066529
G4 158 GLY - expression tag UNP 066529
G4 159 TRP - expression tag UNP 066529
G4 160 SER - expression tag UNP 066529
G4 161 HIS - expression tag UNP 066529
G4 162 PRO - expression tag UNP 066529
G4 163 GLN - expression tag UNP 066529
G4 164 PHE - expression tag UNP 066529
G4 165 GLU - expression tag UNP 066529
G4 166 LYS - expression tag UNP 066529
G5 2 GLU GLN conflict UNP 066529
G5 121 ALA LEU | engineered mutation | UNP 066529
G5 155 LEU - expression tag UNP 066529
G5 156 GLU - expression tag UNP 066529
G5 157 GLY - expression tag UNP 066529
G5 158 GLY - expression tag UNP 066529
GbH 159 TRP - expression tag UNP 066529
GbH 160 SER - expression tag UNP 066529
G5 161 HIS - expression tag UNP 066529
G5 162 PRO - expression tag UNP 066529
G5 163 GLN - expression tag UNP 066529
G5 164 PHE - expression tag UNP 066529
G5 165 GLU - expression tag UNP 066529
GbH 166 LYS - expression tag UNP 066529
H1 2 GLU GLN conflict UNP 066529
H1 121 ALA LEU | engineered mutation | UNP 066529
H1 155 LEU - expression tag UNP 066529
H1 156 GLU - expression tag UNP 066529
H1 157 GLY - expression tag UNP 066529
H1 158 GLY - expression tag UNP 066529
H1 159 TRP - expression tag UNP 066529
H1 160 SER - expression tag UNP 066529
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H1 161 HIS - expression tag UNP 066529
H1 162 PRO - expression tag UNP 066529
H1 163 GLN - expression tag UNP 066529
H1 164 PHE - expression tag UNP 066529
H1 165 GLU - expression tag UNP 066529
H1 166 LYS - expression tag UNP 066529
H2 2 GLU GLN conflict UNP 066529
H2 121 ALA LEU | engineered mutation | UNP 066529
H2 155 LEU - expression tag UNP 066529
H2 156 GLU - expression tag UNP 066529
H2 157 GLY - expression tag UNP 066529
H2 158 GLY - expression tag UNP 066529
H2 159 TRP - expression tag UNP 066529
H2 160 SER - expression tag UNP 066529
H2 161 HIS - expression tag UNP 066529
H2 162 PRO - expression tag UNP 066529
H2 163 GLN - expression tag UNP 066529
H2 164 PHE - expression tag UNP 066529
H2 165 GLU - expression tag UNP 066529
H2 166 LYS - expression tag UNP 066529
H3 2 GLU GLN conflict UNP 066529
H3 121 ALA LEU | engineered mutation | UNP 066529
H3 155 LEU - expression tag UNP 066529
H3 156 GLU - expression tag UNP 066529
H3 157 GLY - expression tag UNP 066529
H3 158 GLY - expression tag UNP 066529
H3 159 TRP - expression tag UNP 066529
H3 160 SER - expression tag UNP 066529
H3 161 HIS - expression tag UNP 066529
H3 162 PRO - expression tag UNP 066529
H3 163 GLN - expression tag UNP 066529
H3 164 PHE - expression tag UNP 066529
H3 165 GLU - expression tag UNP 066529
H3 166 LYS - expression tag UNP 066529
H4 2 GLU GLN conflict UNP 066529
H4 121 ALA LEU | engineered mutation | UNP 066529
H4 155 LEU - expression tag UNP 066529
H4 156 GLU - expression tag UNP 066529
H4 157 GLY - expression tag UNP 066529
H4 158 GLY - expression tag UNP 066529
H4 159 TRP - expression tag UNP 066529
H4 160 SER - expression tag UNP 066529
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H4 161 HIS - expression tag UNP 066529
H4 162 PRO - expression tag UNP 066529
H4 163 GLN - expression tag UNP 066529
H4 164 PHE - expression tag UNP 066529
H4 165 GLU - expression tag UNP 066529
H4 166 LYS - expression tag UNP 066529
H5 2 GLU GLN conflict UNP 066529
H5 121 ALA LEU | engineered mutation | UNP 066529
H5 155 LEU - expression tag UNP 066529
H5 156 GLU - expression tag UNP 066529
H5 157 GLY - expression tag UNP 066529
H5 158 GLY - expression tag UNP 066529
H5 159 TRP - expression tag UNP 066529
H5 160 SER - expression tag UNP 066529
H5 161 HIS - expression tag UNP 066529
H5 162 PRO - expression tag UNP 066529
H5 163 GLN - expression tag UNP 066529
H5 164 PHE - expression tag UNP 066529
H5 165 GLU - expression tag UNP 066529
H5 166 LYS - expression tag UNP 066529
I 2 GLU GLN conflict UNP 066529
I1 121 ALA LEU | engineered mutation | UNP 066529
I1 155 LEU - expression tag UNP 066529
Il 156 GLU - expression tag UNP 066529
Il 157 GLY - expression tag UNP 066529
I1 158 GLY - expression tag UNP 066529
I1 159 TRP - expression tag UNP 066529
I1 160 SER - expression tag UNP 066529
I1 161 HIS - expression tag UNP 066529
I1 162 PRO - expression tag UNP 066529
Il 163 GLN - expression tag UNP 066529
I1 164 PHE - expression tag UNP 066529
I 165 GLU - expression tag UNP 066529
I1 166 LYS - expression tag UNP 066529
12 2 GLU GLN conflict UNP 066529
12 121 ALA LEU | engineered mutation | UNP 066529
12 155 LEU - expression tag UNP 066529
12 156 GLU - expression tag UNP 066529
12 157 GLY - expression tag UNP 066529
12 158 GLY - expression tag UNP 066529
12 159 TRP - expression tag UNP 066529
12 160 SER - expression tag UNP 066529
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12 161 HIS - expression tag UNP 066529
12 162 PRO - expression tag UNP 066529
12 163 GLN - expression tag UNP 066529
12 164 PHE - expression tag UNP 066529
12 165 GLU - expression tag UNP 066529
12 166 LYS - expression tag UNP 066529
I3 2 GLU GLN conflict UNP 066529
I3 121 ALA LEU | engineered mutation | UNP 066529
I3 155 LEU - expression tag UNP 066529
I3 156 GLU - expression tag UNP 066529
I3 157 GLY - expression tag UNP 066529
I3 158 GLY - expression tag UNP 066529
I3 159 TRP - expression tag UNP 066529
I3 160 SER - expression tag UNP 066529
I3 161 HIS - expression tag UNP 066529
I3 162 PRO - expression tag UNP 066529
I3 163 GLN - expression tag UNP 066529
I3 164 PHE - expression tag UNP 066529
I3 165 GLU - expression tag UNP 066529
I3 166 LYS - expression tag UNP 066529
14 2 GLU GLN conflict UNP 066529
14 121 ALA LEU | engineered mutation | UNP 066529
I4 155 LEU - expression tag UNP 066529
I4 156 GLU - expression tag UNP 066529
I4 157 GLY - expression tag UNP 066529
14 158 GLY - expression tag UNP 066529
14 159 TRP - expression tag UNP 066529
14 160 SER - expression tag UNP 066529
I4 161 HIS - expression tag UNP 066529
I4 162 PRO - expression tag UNP 066529
I4 163 GLN - expression tag UNP 066529
14 164 PHE - expression tag UNP 066529
14 165 GLU - expression tag UNP 066529
14 166 LYS - expression tag UNP 066529
I5 2 GLU GLN conflict UNP 066529
I5 121 ALA LEU | engineered mutation | UNP 066529
I5 155 LEU - expression tag UNP 066529
I5 156 GLU - expression tag UNP 066529
15 157 GLY - expression tag UNP 066529
15 158 GLY - expression tag UNP 066529
I5 159 TRP - expression tag UNP 066529
I5 160 SER - expression tag UNP 066529
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I5 161 HIS - expression tag UNP 066529
I5 162 PRO - expression tag UNP 066529
I5 163 GLN - expression tag UNP 066529
I5 164 PHE - expression tag UNP 066529
I5 165 GLU - expression tag UNP 066529
15 166 LYS - expression tag UNP 066529
J1 2 GLU GLN conflict UNP 066529
J1 121 ALA LEU | engineered mutation | UNP 066529
J1 155 LEU - expression tag UNP 066529
J1 156 GLU - expression tag UNP 066529
J1 157 GLY - expression tag UNP 066529
J1 158 GLY - expression tag UNP 066529
J1 159 TRP - expression tag UNP 066529
J1 160 SER - expression tag UNP 066529
J1 161 HIS - expression tag UNP 066529
J1 162 PRO - expression tag UNP 066529
J1 163 GLN - expression tag UNP 066529
J1 164 PHE - expression tag UNP 066529
J1 165 GLU - expression tag UNP 066529
J1 166 LYS - expression tag UNP 066529
J2 2 GLU GLN conflict UNP 066529
J2 121 ALA LEU | engineered mutation | UNP 066529
J2 155 LEU - expression tag UNP 066529
J2 156 GLU - expression tag UNP 066529
J2 157 GLY - expression tag UNP 066529
J2 158 GLY - expression tag UNP 066529
J2 159 TRP - expression tag UNP 066529
J2 160 SER - expression tag UNP 066529
J2 161 HIS - expression tag UNP 066529
J2 162 PRO - expression tag UNP 066529
J2 163 GLN - expression tag UNP 066529
J2 164 PHE - expression tag UNP 066529
J2 165 GLU - expression tag UNP 066529
J2 166 LYS - expression tag UNP 066529
J3 2 GLU GLN conflict UNP 066529
J3 121 ALA LEU | engineered mutation | UNP 066529
J3 155 LEU - expression tag UNP 066529
J3 156 GLU - expression tag UNP 066529
J3 157 GLY - expression tag UNP 066529
J3 158 GLY - expression tag UNP 066529
J3 159 TRP - expression tag UNP 066529
J3 160 SER - expression tag UNP 066529
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J3 161 HIS - expression tag UNP 066529
J3 162 PRO - expression tag UNP 066529
J3 163 GLN - expression tag UNP 066529
J3 164 PHE - expression tag UNP 066529
J3 165 GLU - expression tag UNP 066529
J3 166 LYS - expression tag UNP 066529
J4 2 GLU GLN conflict UNP 066529
J4 121 ALA LEU | engineered mutation | UNP 066529
J4 155 LEU - expression tag UNP 066529
J4 156 GLU - expression tag UNP 066529
J4 157 GLY - expression tag UNP 066529
J4 158 GLY - expression tag UNP 066529
J4 159 TRP - expression tag UNP 066529
J4 160 SER - expression tag UNP 066529
J4 161 HIS - expression tag UNP 066529
J4 162 PRO - expression tag UNP 066529
J4 163 GLN - expression tag UNP 066529
J4 164 PHE - expression tag UNP 066529
J4 165 GLU - expression tag UNP 066529
J4 166 LYS - expression tag UNP 066529
J5 2 GLU GLN conflict UNP 066529
J5 121 ALA LEU | engineered mutation | UNP 066529
Jb 155 LEU - expression tag UNP 066529
Jb 156 GLU - expression tag UNP 066529
Jb 157 GLY - expression tag UNP 066529
J5 158 GLY - expression tag UNP 066529
Jb 159 TRP - expression tag UNP 066529
Jb 160 SER - expression tag UNP 066529
Jb 161 HIS - expression tag UNP 066529
Jb 162 PRO - expression tag UNP 066529
Jb 163 GLN - expression tag UNP 066529
Jb 164 PHE - expression tag UNP 066529
J5 165 GLU - expression tag UNP 066529
Jb 166 LYS - expression tag UNP 066529
K1 2 GLU GLN conflict UNP 066529
K1 121 ALA LEU | engineered mutation | UNP 066529
K1 155 LEU - expression tag UNP 066529
K1 156 GLU - expression tag UNP 066529
K1 157 GLY - expression tag UNP 066529
K1 158 GLY - expression tag UNP 066529
K1 159 TRP - expression tag UNP 066529
K1 160 SER - expression tag UNP 066529
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K1 161 HIS - expression tag UNP 066529
K1 162 PRO - expression tag UNP 066529
K1 163 GLN - expression tag UNP 066529
K1 164 PHE - expression tag UNP 066529
K1 165 GLU - expression tag UNP 066529
K1 166 LYS - expression tag UNP 066529
K2 2 GLU GLN conflict UNP 066529
K2 121 ALA LEU | engineered mutation | UNP 066529
K2 155 LEU - expression tag UNP 066529
K2 156 GLU - expression tag UNP 066529
K2 157 GLY - expression tag UNP 066529
K2 158 GLY - expression tag UNP 066529
K2 159 TRP - expression tag UNP 066529
K2 160 SER - expression tag UNP 066529
K2 161 HIS - expression tag UNP 066529
K2 162 PRO - expression tag UNP 066529
K2 163 GLN - expression tag UNP 066529
K2 164 PHE - expression tag UNP 066529
K2 165 GLU - expression tag UNP 066529
K2 166 LYS - expression tag UNP 066529
K3 2 GLU GLN conflict UNP 066529
K3 121 ALA LEU | engineered mutation | UNP 066529
K3 155 LEU - expression tag UNP 066529
K3 156 GLU - expression tag UNP 066529
K3 157 GLY - expression tag UNP 066529
K3 158 GLY - expression tag UNP 066529
K3 159 TRP - expression tag UNP 066529
K3 160 SER - expression tag UNP 066529
K3 161 HIS - expression tag UNP 066529
K3 162 PRO - expression tag UNP 066529
K3 163 GLN - expression tag UNP 066529
K3 164 PHE - expression tag UNP 066529
K3 165 GLU - expression tag UNP 066529
K3 166 LYS - expression tag UNP 066529
K4 2 GLU GLN conflict UNP 066529
K4 121 ALA LEU | engineered mutation | UNP 066529
K4 155 LEU - expression tag UNP 066529
K4 156 GLU - expression tag UNP 066529
K4 157 GLY - expression tag UNP 066529
K4 158 GLY - expression tag UNP 066529
K4 159 TRP - expression tag UNP 066529
K4 160 SER - expression tag UNP 066529
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K4 161 HIS - expression tag UNP 066529
K4 162 PRO - expression tag UNP 066529
K4 163 GLN - expression tag UNP 066529
K4 164 PHE - expression tag UNP 066529
K4 165 GLU - expression tag UNP 066529
K4 166 LYS - expression tag UNP 066529
K5 2 GLU GLN conflict UNP 066529
Kb 121 ALA LEU | engineered mutation | UNP 066529
Kb 155 LEU - expression tag UNP 066529
Kb 156 GLU - expression tag UNP 066529
K5 157 GLY - expression tag UNP 066529
K5 158 GLY - expression tag UNP 066529
K5 159 TRP - expression tag UNP 066529
Kb 160 SER - expression tag UNP 066529
Kb 161 HIS - expression tag UNP 066529
Kb 162 PRO - expression tag UNP 066529
K5 163 GLN - expression tag UNP 066529
K5 164 PHE - expression tag UNP 066529
K5 165 GLU - expression tag UNP 066529
K5 166 LYS - expression tag UNP 066529
L1 2 GLU GLN conflict UNP 066529
L1 121 ALA LEU | engineered mutation | UNP 066529
L1 155 LEU - expression tag UNP 066529
L1 156 GLU - expression tag UNP 066529
L1 157 GLY - expression tag UNP 066529
L1 158 GLY - expression tag UNP 066529
L1 159 TRP - expression tag UNP 066529
L1 160 SER - expression tag UNP 066529
L1 161 HIS - expression tag UNP 066529
L1 162 PRO - expression tag UNP 066529
L1 163 GLN - expression tag UNP 066529
L1 164 PHE - expression tag UNP 066529
L1 165 GLU - expression tag UNP 066529
L1 166 LYS - expression tag UNP 066529
L2 2 GLU GLN conflict UNP 066529
L2 121 ALA LEU | engineered mutation | UNP 066529
L2 155 LEU - expression tag UNP 066529
L2 156 GLU - expression tag UNP 066529
L2 157 GLY - expression tag UNP 066529
L2 158 GLY - expression tag UNP 066529
L2 159 TRP - expression tag UNP 066529
L2 160 SER - expression tag UNP 066529
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L2 161 HIS - expression tag UNP 066529
L2 162 PRO - expression tag UNP 066529
L2 163 GLN - expression tag UNP 066529
L2 164 PHE - expression tag UNP 066529
L2 165 GLU - expression tag UNP 066529
L2 166 LYS - expression tag UNP 066529
L3 2 GLU GLN conflict UNP 066529
L3 121 ALA LEU | engineered mutation | UNP 066529
L3 155 LEU - expression tag UNP 066529
L3 156 GLU - expression tag UNP 066529
L3 157 GLY - expression tag UNP 066529
L3 158 GLY - expression tag UNP 066529
L3 159 TRP - expression tag UNP 066529
L3 160 SER - expression tag UNP 066529
L3 161 HIS - expression tag UNP 066529
L3 162 PRO - expression tag UNP 066529
L3 163 GLN - expression tag UNP 066529
L3 164 PHE - expression tag UNP 066529
L3 165 GLU - expression tag UNP 066529
L3 166 LYS - expression tag UNP 066529
L4 2 GLU GLN conflict UNP 066529
L4 121 ALA LEU | engineered mutation | UNP 066529
L4 155 LEU - expression tag UNP 066529
L4 156 GLU - expression tag UNP 066529
L4 157 GLY - expression tag UNP 066529
L4 158 GLY - expression tag UNP 066529
L4 159 TRP - expression tag UNP 066529
L4 160 SER - expression tag UNP 066529
L4 161 HIS - expression tag UNP 066529
L4 162 PRO - expression tag UNP 066529
L4 163 GLN - expression tag UNP 066529
L4 164 PHE - expression tag UNP 066529
L4 165 GLU - expression tag UNP 066529
L4 166 LYS - expression tag UNP 066529
L5 2 GLU GLN conflict UNP 066529
L5 121 ALA LEU | engineered mutation | UNP 066529
L5 155 LEU - expression tag UNP 066529
L5 156 GLU - expression tag UNP 066529
L5 157 GLY - expression tag UNP 066529
L5 158 GLY - expression tag UNP 066529
L5 159 TRP - expression tag UNP 066529
L5 160 SER - expression tag UNP 066529

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

Chain | Residue | Modelled | Actual Comment Reference
L5 161 HIS - expression tag UNP 066529
L5 162 PRO - expression tag UNP 066529
L5 163 GLN - expression tag UNP 066529
L5 164 PHE - expression tag UNP 066529
L5 165 GLU - expression tag UNP 066529
L5 166 LYS - expression tag UNP 066529

e Molecule 2 is PHOSPHATE ION (CCD ID: PO4) (formula: O4P) (labeled as "Ligand of
Interest" by depositor).

PO4
O3

O-

20O P O o

P
O-
04
Mol | Chain | Residues Atoms AltConf

2 Al 1 Togal g Pl) 0
2 | A2 | Togal g fl) 0
2 A3 1 Togal 2 fl) 0
2 | A4 | Togal 2 fl) 0
2 A5 1 Togal 2 Pl) 0
2 | BI | Togal 2 fl) 0
2 | B2 | Togal 2 fl) 0
2 B3 1 Togal 2 Pl) 0

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

Mol | Chain | Residues Atoms AltConf
2 | B4 1 Togal g fl) 0
2 B5 1 Togal g fl) 0
2 C1 1 Togal g fl) 0
2 C2 1 Togal 2 Pl) 0
2 C3 1 Togal 2 fl) 0
2 C4 1 T°5tal 2 fl) 0
2 C5 1 Togal 2 Pl) 0
2 | DI | Togal 2 Pl) 0
2 | D2 | Togal (i Pl) 0
2 D3 1 Togal (i Pl) 0
2 | D4 1 Togal (i Pl) 0
2 D5 1 Togal (2 Pl) 0
2 | EI 1 Togal (i Pl) 0
2 | E2 1 Togal 2 I; 0
2 E3 1 Togal 2 1; 0
2 | w4 | Togal (i 113 0
P E5 1 Togal Ex) 113 0
2 | F1 1 Togal Ex) 113 0
2 | 2 | Togal (i 113 0
2 F3 1 Togal 2 113 0
P F4 1 Togal 2 113 0

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

Mol | Chain | Residues Atoms AltConf
2 F5 1 Togal g fl) 0
2 Gl 1 Togal g fl) 0
2 | @ | TO;“’“ 2 fl) 0
2 G3 1 Togal g fl) 0
2 G4 1 Togal 2 fl) 0
2 G5 1 T°5tal 2 fl) 0
2 | m | Togal 2 Pl) 0
2 | M2 | Togal 2 Pl) 0
2 H3 1 Togal (i Pl) 0
2 | m4 | Togal (i Pl) 0
2 H5 1 Togal (i Pl) 0
2 1 1 Togal (2 Pl) 0
2 12 1 Togal (i Pl) 0
2 I3 1 Togal 2 I; 0
2 14 1 Togal 2 1; 0
p 15 1 Togal (i 113 0
P J1 1 Togal Ex) 113 0
P J2 1 Togal Ex) 113 0
2 J3 1 Togal (i 113 0
2 J4 1 Togal 2 113 0
2 | I | TO;E’“I EL) 11) 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
2 | K1 1 Togal g fl) 0
2 K2 1 Togal g fl) 0
2 K3 1 Tostal 2 fl) 0
2 | K4 | Togal 2 Pl) 0
2 K5 1 Togal 2 fl) 0
2 | LI | Togal 2 fl) 0
2 | 12 | Togal 2 Pl) 0
2 L3 1 Togal 2 Pl) 0
2 | 14 | Togal (i Pl) 0
2 L5 1 Togal (i Pl) 0
e Molecule 3 is water.

Mol | Chain | Residues Atoms AltConf
3 Al 37 Tg;al ??7 0
3 A2 36 ngal ?% 0
3 A3 36 ngal ?% 0
3 A4 36 ngal ?% 0
3 A5 37 Tg;al ??7 0
3 Bl 37 Tg;al ??7 0
3 B2 37 Tgt;ﬂ ??7 0
3 B3 36 ngal ?% 0
3 | B4 36 ng’“l ?% 0

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

Mol | Chain | Residues Atoms AltConf
3 | B 36 ngal % 0
3 | 37 Tg;al :?7 0
3 | 2 36 T‘;g"‘l ?% 0
3 C3 36 ngal ?% 0
3 | 4 37 Tg;al 307 0
3 C5 37 Tg;al ??7 0
3 D1 36 ngal ?% 0
3 | D2 37 Tg;al ?7 0
3 | D3 37 Tg;al ??7 0
3 | D4 36 ngal ?% 0
3 D5 36 ngal ??6 0
3 El 36 ngal ?% 0
3 E2 36 ngal ?% 0
3 | E3 37 Tg;al ?7 0
3 | T4 37 Tg;al ?())7 0
3 E5 36 ngal :% 0
3 Fl 37 Tg;al ??7 0
3 F2 37 Tg;al ??7 0
3 F3 36 ngal ?% 0
3 F4 36 ngal ?% 0
3 | s 37 Tgt;’“l ??7 0

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

Mol | Chain | Residues Atoms AltConf
3 | ail 36 ngal % 0
3| a2 36 ngal ??6 0
3 | a3 37 Tgt;"l :?7 0
3 | a4 37 Tgtfl :?7 0
3 G5 37 Tgtfl ??7 0
3 H1 36 ngal ?% 0
3 | H2 37 Tg;al ?7 0
3 | H3 37 Tg;al ?7 0
3 | H4 37 Tg;al ??7 0
3 H5 36 ngal ?% 0
3 | 1 37 Tg;al ??7 0
3 12 36 ngal ?% 0
3 I3 36 ngal ?% 0
3 14 36 ngal ?% 0
3 | 15 37 Tg;al ?())7 0
3 | U1 37 Tg;al :?7 0
3 J2 36 T‘;gal :,?6 0
3 J3 36 ngal ??6 0
3 J4 37 Tgt;ﬂ ??7 0
3 J5 37 Tgt;‘l ??7 0
3 | Ki 37 Tgt;’“l ??7 0

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

Mol | Chain | Residues Atoms AltConf
3 | K2 37 Tg;al :?7 0
3 | K3 36 T‘;g‘“ ??6 0
3 | K4 36 ng‘“ ?% 0
3 | K5 36 ngal ?% 0
3 | L1 37 Tg;al 57 0
3 L2 36 ngal ?% 0
3 L3 36 ngal ?% 0
3 | 14 37 Tg;al ?7 0
3 | L5 37 Tg;al ??7 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the
second graphic. The second graphic shows the sequence view annotated by issues in geometry and
atom inclusion in map density. Residues are color-coded according to the number of geometric
quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2
and red = 3 or more. A red diamond above a residue indicates a poor fit to the EM map for
this residue (all-atom inclusion < 40%). Stretches of 2 or more consecutive residues without any
outlier are shown as a green connector. Residues present in the sample, but not in the model, are
shown in grey.

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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