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

EMDB validation analysis : 0.0.1.dev92
MolProbity : 4.02b-467
Percentile statistics :  20191225.v01 (using entries in the PDB archive December 25th 2019)
MapQ : 1.9.13
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.36.2
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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 3.50 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
Clashscore I -
Ramachandran outliers I 0
Sidechain outliers I I D 7%
Worse Better

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Motric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 158937 4297
Ramachandran outliers 154571 4023
Sidechain outliers 154315 3826

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 AA 197 == 66% 12% 22%

1 AB 197 —_— 65% 2% - 22%

1 AC 197 = 66% 2% - 2%
1 AD 197 —_— 65% 13% . 2%
1 AE 197 — 64% 13% - 22%

1 AF 197 = 68% 11% 21%

1 AG 197 n 59% 18% . 21%

1 AH 197 n 63% 13% . 2w

Continued on next page...
W O RLDWIDE

PROTEIN DATA BANK
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Continued from previous page...

Mol | Chain | Length Quality of chain
1 Al 197 = 67% 12% 21%
9%

1 AJ 197 66% 11% 22%
1 BA 197 — 66% 12% 22%
1 BB 197 —_— 65% 12% 22%
1 BC 197 == 65% 13% 21%
1 BD 197 = 65% 13% 21%
1 BE 197 — 64% 13% 22%
1 BF 197 & 66% 12% 21%
1 BG 197 - 61% 16% 21%
1 BH 197 i 65% 12% 21%
1 BI 197 5-/0 68% 11% 21%
1 BJ 197 & 66% 11% 22%
1 CA 197 —_— 66% 12% 22%
1 CB 197 —_— 65% 12% 22%
1 cC 197 == 66% 12% 21%
1 CD 197 —_— 65% 13% 21%
1 CE 197 — 63% 14% 22%
1 CF 197 = 68% 10% 21%
1 CG 197 n 60% 17% 21%
1 CH 197 = 65% 11% 21%
1 CI 197 = 68% 11% 21%
1 CJ 197 = 66% 11% 22%
1 DA 197 = 66% 12% 22%
1 DB 197 —_— 65% 12% 22%
1 DC 197 — 66% 12% 21%

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

Mol | Chain | Length Quality of chain
1 DD 197 - 64% 14% 21%
2%
1 DE 197 62% 15% 22%
1 DF 197 == 68% 11% 21%
1 DG 197 n 60% 17% 21%
1 DH 197 n 64% 13% 21%
1 DI 197 = 68% 11% 21%
10%
1 DJ 197 r— 66% 11% 22%
1 EA 197 == 66% 12% 22%
1 EB 197 & 64% 13% 22%
1 EC 197 = 66% 12% 21%
1 ED 197 % 64% 13% 21%
1 EE 197 & 64% 13% 22%
1 EF 197 == 68% 11% 21%
1 EG 197 = 59% 18% 21%
1 EH 197 = 64% 12% 21%
1 EI 197 == 67% 12% 21%
10%

1 EJ 197 — 66% 11% 22%
1 FA 197 == 66% 12% 22%
1 FB 197 == 65% 12% 22%
1 FC 197 = 65% 13% 21%
1 FD 197 & 65% 13% 21%
1 FE 197 & 62% 15% 22%
1 FF 197 7_A) 68% 11% 21%
1 FG 197 - 60% 17% 21%
1 FH 197 n 64% 13% 21%

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

Mol | Chain | Length Quality of chain
5%
1 FI 197 68% 11% 21%
10%
1 FJ 197 66% 11% 22%
0%
1 GA 197 r— 66% 12% 22%
0%
1 GB 197 — 65% 12% 22%
9%
1 GC 197 66% 12% 21%
1%
1 GD 197 65% 13% 21%
1%
1 GE 197 r— 62% 15% 22%
7%
1 GF 197 — 68% 11% 21%
1 GG 197 - 59% 18% 21%
1 GH 197 . 64% 13% 21%
7%
1 GI 197 — 68% 11% 21%
10%
1 GJ 197 r— 67% 10% 22%
9%
1 HA 197 — 66% 12% 22%
10%
1 HB 197 r— 65% 12% 22%
8%
1 HC 197 — 65% 13% 21%
0%
1 HD 197 r— 65% 13% 21%
2%
1 HE 197 — 64% 13% 22%
7%
1 HF 197 — 66% 12% 21%
1 HG 197 - 60% 17% 21%
1 HH 197 . 65% 11% 21%
6%
1 HI 197 — 67% 12% 21%
10%
1 HJ 197 r— 66% 11% 22%
10%
1 TA 197 r— 66% 12% 22%
9%
1 1B 197 r— 65% 12% 22%
8%
1 IC 197 r— 66% 12% 21%

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

Mol | Chain | Length Quality of chain
1 ID 197 —_— 64% 13% 21%
1 IE 197 —_— 62% 15% 22%
1 IF 197 == 67% 11% 21%
1 IG 197 - 60% 17% 21%
1 [H 197 n 63% 13% 21%
1 II 197 = 67% 12% 21%
1 1J 197 == 66% 11% 22%
1 JA 197 == 66% 12% 22%
1 JB 197 & 64% 13% 22%
1 JC 197 = 66% 12% 21%
1 JD 197 & 65% 13% 21%
1 JE 197 & 63% 14% 22%
1 JF 197 = 68% 10% 21%
1 JG 197 - 61% 16% 21%
1 JH 197 A 65% 12% 21%
1 JI 197 = 67% 12% 21%
10%
1 JJ 197 — 66% 11% 22%
1 KA 197 == 66% 12% 22%
1 KB 197 — 65% 12% 22%
1 KC 197 = 65% 13% 21%
1 KD 197 % 65% 13% 21%
1 KE 197 &/D 62% 15% 22%
1 KF 197 7_A) 68% 10% 21%
1 KG 197 - 60% 17% 21%
1 KH 197 n 64% 12% 21%

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

Mol | Chain | Length Quality of chain
5%
1 KI 197 68% 11% 21%
10%
1 KJ 197 67% 10% 22%
8%
1 LA 197 r— 66% 12% 22%
9%
1 LB 197 — 65% 12% 22%
7%
1 LC 197 — 66% 12% 21%
10%
1 LD 197 r— 65% 13% 21%
2%
1 LE 197 r— 62% 15% 22%
5%
1 LF 197 — 67% 12% 21%
1 LG 197 = 60% 17% 21%
1 LH 197 = 65% 12% 21%
5%
1 LI 197 67% 12% 21%
10%
1 LJ 197 68% 10% 22%
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2 Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 141432 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 Antitermination protein N,6,7-dimethyl-8-ribityllumazine syn
thase,6,7-dimethyl-8-ribityllumazine synthase.

Mol | Chain | Residues Atoms AltConf | Trace
1 AA 1od ?it;ll 75133 21(\)19 2(1)9 2 0 0
1 AB 154 ?it??ll 723 21(\)19 2(1)9 2 0 0
1 AC 195 ?1);21 728 21110 2(2)1 2 0 0
1 AD 195 ?(1)?21 75138 21110 2(2)1 g ¥ ¥
L | AE 15| % 7 s 218 3 0 0
1 AF 195 r‘1F(1)t821 75438 21110 2(2)1 § 0 ¥
1 AG 195 ?1%821 75438 21110 2C2)1 § 0 0
! AH 195 ?13?21 728 21110 2C2)1 2 0 0
1 Al 156 11?;? 7(;1 21111 2C2)3 § 0 0
1 AJ 153 111(1)t7£(i)l 75131 21(\)18 2(1)8 2 0 0
1| BA 5| % s a0 210 3 0 0
1 BB 1od 111(1)t7fj1l 751]3 21(\)19 2(1)9 2 0 0
1 BC 195 111(1);((&2l 75138 21110 2(2)1 g 0 0
! BD 195 111(1);:&21 738 QTO 2(2)1 § 0 0
! BE 153 ?it%l 7531 21(\)18 2(1)8 § 0 0
! BF 195 ?iga; 7538 21110 2(2)1 § 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
1 BG 195 ?ig;l 728 21110 2(2)1 2 0 0
1 BH 195 ?ig;l 728 21110 2(2)1 2 0 0
1 B 196 ?i;aSI 7?1 21111 2(2)3 2 0 0
! BJ 153 ?ig%l 721 21(\)18 2(1)8 2 0 0
IR EY T HEEE
1| B 50| 107 7 a0 210 8 0 0
! cC 195 ’f(l)g;l 75138 21110 2(2)1 2 0 0
1 Cb 195 ?1%831 75438 21110 2(2)1 g 0 0
1| CE 15| 170 7 s o 8 0 0
1 CF 195 qu(l)ga; 738 21110 2C2)1 2 0 0
1 cG 195 11?;;3 738 21110 2C2)1 2 0 0
1 CH 195 ?(1);&;1 75138 21110 2(2)1 2 0 0
1 = 156 ???81 7(;1 21;]1 2(2)3 2 0 0
1 CJ 153 111(1)1;%l 721 21(\)]8 2(1)8 2 0 0
! DA 1od 111(1)1;(11 733 21(\)]9 2(1)9 2 0 0
! bB 1od 111?;&;11 733 21(\)]9 2(1)9 § 0 0
! be 195 ?iga; 7538 21110 2(2)1 § 0 0
! bD 195 rf(ig;l 738 21110 2(2)1 § 0 0
1 DE 153 rf(igaol 75131 21(\)18 2(1)8 2 0 0
1 DF 195 1;(;;3&21 75138 21;]0 2(2)1 2 0 0
1 bG 195 ?(i;a; 75118 21110 2(2)1 2 0 0

Continued on next page...
$roe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 DH 195 Tl‘(ig;l 75118 21110 2(2)1 § 0 0
1 DI 196 Tl‘(i;?%l 7?1 21111 2(2)3 2 0 0
1 bJ 193 Tl‘(it;(l)l 721 21(\)18 2(1)8 2 0 0
! EA 1o4 r{(it;ll 723 21(\)19 2(1)9 2 0 0
IS HEEE
1 EC 195 ’f(ig;l 75138 21110 2(2)1 g 0 0
! ED 195 ’f(iga; 75138 21110 2(2)1 g 0 0
L | BE 15| 70 7 s o 8 0 0
1 B 195 ?it;; 738 21110 2C2)1 g 0 0
1 EG 195 qu(iga; 7;38 21110 2C2)1 2 0 0
1 EH 195 111(1);2;1 75138 21110 2C2)1 g 0 0
1 k1 156 111(1)?8l 7?1 21111 2(2)3 2 0 0
1 £ 153 ??J;%l 721 21(\)18 2(1)8 2 0 0
1 FA 1od ?i)t?zl 75133 21(\)19 2(1)9 2 0 0
! B 1od ?Tt?zl 733 21(\)19 2(1)9 2 0 0
! FC 195 ri)gl 738 QTO 2(2)1 § 0 0
! FD 195 ?iga; 7538 21110 2(2)1 § 0 0
! FE 193 ?i%l 731 21(\)18 2(1)8 § 0 0
1 FE 195 rf(igaél 7(438 21110 2(2)1 § 0 0
1 FG 195 1;(;;&21 75138 21110 2(2)1 § 0 0
1 FH 195 ?iga; 75138 21110 2(2)1 2 0 0

Continued on next page...
$roe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 F 156 Tl‘(i;zl 7?1 21111 2(2)3 § 0 0
1 FJ 193 Tl‘(it;;)l 721 21(\JI8 2(1)8 g 0 0
1 GA 154 Tl‘(it;jll 75133 21(\)19 2(1)9 2 0 0
! GB 1o4 r{(it;ll 723 21(\)19 2(1)9 2 0 0
1 GO 195 r‘lr(iga; 728 21110 2(2)1 2 0 0
1 GD 195 ’f(ig;l 75138 21110 2(2)1 g 0 0
L] G 15| 70 7 s o 8 0 0
1 GF 195 ?ig;l 728 21110 2(2)1 g 0 0
1 GG 195 ?it;; 738 21110 2C2)1 g 0 0
1 GH 195 qu(iga; 7;38 21110 2C2)1 2 0 0
1 Gl 156 111(1);2;1 7§1 21111 2C2)3 g 0 0
1 GJ 153 111(1)JG7E(L)l 75131 21(\)18 2(1)8 2 0 0
1 HA 1od ??J;Zl 75133 21(\)19 2(1)9 2 0 0
1 HB 1od ?i)t?zl 75133 21(\)19 2(1)9 2 0 0
! HC 195 ?1’;&21 738 21110 2(2)1 2 0 0
! HD 195 ri)gl 738 QTO 2(2)1 § 0 0
! HE 153 ?i%l 7551 21818 2(1)8 § 0 0
! HE 195 ?igl 728 21110 2(2)1 2 0 0
1 HG 195 rf(igaél 7(438 21110 2(2)1 § 0 0
1 HH 195 1;(;;&21 75138 21110 2(2)1 § 0 0
1 HI 156 ?igaél 7?1 21111 2(2)3 2 0 0

Continued on next page...
$roe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 HJ 193 ?it;)l 75111 21(\)18 2(1)8 2 0 0
1 IA 1od ?it;jll 723 21(319 2(1)9 2 0 0
1 1B 154 ilr(igzl 723 21(\)19 2(1)9 2 0 0
! 1c 195 r‘1&1):;;1 728 21110 2(2)1 2 0 0
1 1D 195 ?1)?21 728 21110 2(2)1 2 0 0
L B 15| 10 7 s o 8 0 0
! ¥ 195 r‘1F(1)g;l 728 21110 2(2)1 § 0 0
1 1G 195 ?(1%8{;1 75438 21110 2(2)1 § 0 0
1 I 195 ?(1);&21 738 21110 2C2)1 § 0 0
1 11 156 qu(ig;l 7(;1 211]1 2C2)3 2 0 0
v 15| 70 7 s o 8 0 0
L] JA 59| 100 7 a0 210 8 0 0
1 B 1od ??J;Zl 75133 21(\)19 2(1)9 2 0 0
1 G 195 ?1);&21 75138 21110 2(2)1 2 0 0
! D 195 ?1);&21 738 211]() 2(2)1 2 0 0
! B 153 ?i%l 731 21518 2(1)8 § 0 0
! ¥ 195 ?iga; 7538 21110 2(2)1 § 0 0
! G 195 rf(ig;l 738 21110 2(2)1 § 0 0
1 JH 195 rf(ig;l 7(438 21;]0 2(2)1 2 0 0
1 Il 196 rllﬂ(igaé%l 7?1 21111 2(2)3 2 0 0
1 1] 153 ?it?aol 75131 21818 2(1)8 2 0 0

Continued on next page...
$roe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 KA 1o4 ?it;il 75113 21(\)19 2(1)9 g 0 0
1 KB 1od ?it;jll 75133 21(319 2(1)9 g 0 0
1 KC 195 rfigzl 75138 21110 2(2)1 2 0 0
! KD 195 r‘1&1):36;1 728 21110 2(2)1 2 0 0
IR Y HIEEK
1 KE 195 ’f(l)g;l 75138 21110 2(2)1 2 0 0
! KRG 195 r‘1&1);%&21 728 21110 2(2)1 g 0 0
1 KH 195 ?(1);21 75438 21110 2(2)1 2 0 0
1 Kl 156 ?(l)ggl 7gl 21111 2C2)3 2 0 0
L] K 15| % 7 s 218 0 0
L] LA 5| % s a0 210 3 0 0
| LB 5| 7 a3 a0 210 3 0 0
1 LC 195 Ilji)gl 75138 21110 2(2)1 2 0 0
1 LD 195 111(1);((&2l 75138 211]0 2(2)1 2 0 0
! LE 193 111(1)%1 731 21818 2(1)8 § 0 0
! LF 195 11??21 738 QTO 2(2)1 § 0 0
! LG 195 ?iga; 7538 2111() 2(2)1 § 0 0
! LH 195 rf(ig;l 7538 21110 2(2)1 § 0 0
1 LI 156 rf(i;aé; 7(531 21111 2(2)3 2 0 0
1 LJ 193 rl1ﬂ(it7a0l 75131 21(\)18 2(1)8 § 0 0

There are 3240 discrepancies between the modelled and reference sequences:
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Chain | Residue | Modelled | Actual Comment Reference
AA 1 MET - cloning artifact UNP P03045
AA 2 GLY - cloning artifact UNP P03045
AA 3 ASN - cloning artifact UNP P03045
AA 4 ALA - cloning artifact UNP P03045
AA 5 LYS - cloning artifact UNP P03045
AA 6 THR - cloning artifact UNP P03045
AA 24 ALA - linker UNP P03045
AA 25 GLY - linker UNP P03045
AA 26 ALA - linker UNP P03045
AA 27 GLY - linker UNP P03045
AA 28 ALA - linker UNP P03045
AA 29 GLY - linker UNP P03045
AA 30 ALA - linker UNP P03045
AA 31 MET - linker UNP P03045
AA 102 GLY - linker UNP 066529
AA 103 THR - linker UNP 066529
AA 104 GLY - linker UNP 066529
AA 105 HIS - linker UNP 066529
AA 106 HIS - linker UNP 066529
AA 107 HIS - linker UNP 066529
AA 108 HIS - linker UNP 066529
AA 109 HIS - linker UNP 066529
AA 110 HIS - linker UNP 066529
AA 111 GLY - linker UNP 066529
AA 112 SER - linker UNP 066529
AA 113 SER - linker UNP 066529
AA 115 GLU GLN | engineered mutation | UNP 066529
AB 1 MET - cloning artifact UNP P03045
AB 2 GLY - cloning artifact UNP P03045
AB 3 ASN - cloning artifact UNP P03045
AB 4 ALA - cloning artifact UNP P03045
AB 5 LYS - cloning artifact UNP P03045
AB 6 THR - cloning artifact UNP P03045
AB 24 ALA - linker UNP P03045
AB 25 GLY - linker UNP P03045
AB 26 ALA - linker UNP P03045
AB 27 GLY - linker UNP P03045
AB 28 ALA - linker UNP P03045
AB 29 GLY - linker UNP P03045
AB 30 ALA - linker UNP P03045
AB 31 MET - linker UNP P03045
AB 102 GLY - linker UNP 066529
AB 103 THR - linker UNP 066529

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

Chain | Residue | Modelled | Actual Comment Reference
AB 104 GLY - linker UNP 066529
AB 105 HIS - linker UNP 066529
AB 106 HIS - linker UNP 066529
AB 107 HIS - linker UNP 066529
AB 108 HIS - linker UNP 066529
AB 109 HIS - linker UNP 066529
AB 110 HIS - linker UNP 066529
AB 111 GLY - linker UNP 066529
AB 112 SER - linker UNP 066529
AB 113 SER - linker UNP 066529
AB 115 GLU GLN | engineered mutation | UNP 066529
AC 1 MET - cloning artifact UNP P03045
AC 2 GLY - cloning artifact UNP P03045
AC 3 ASN - cloning artifact UNP P03045
AC 4 ALA - cloning artifact UNP P03045
AC 5 LYS - cloning artifact UNP P03045
AC 6 THR - cloning artifact UNP P03045
AC 24 ALA - linker UNP P03045
AC 25 GLY - linker UNP P03045
AC 26 ALA - linker UNP P03045
AC 27 GLY - linker UNP P03045
AC 28 ALA - linker UNP P03045
AC 29 GLY - linker UNP P03045
AC 30 ALA - linker UNP P03045
AC 31 MET - linker UNP P03045
AC 102 GLY - linker UNP 066529
AC 103 THR - linker UNP 066529
AC 104 GLY - linker UNP 066529
AC 105 HIS - linker UNP 066529
AC 106 HIS - linker UNP 066529
AC 107 HIS - linker UNP 066529
AC 108 HIS - linker UNP 066529
AC 109 HIS - linker UNP 066529
AC 110 HIS - linker UNP 066529
AC 111 GLY - linker UNP 066529
AC 112 SER - linker UNP 066529
AC 113 SER - linker UNP 066529
AC 115 GLU GLN | engineered mutation | UNP 066529
AD 1 MET - cloning artifact UNP P03045
AD 2 GLY - cloning artifact UNP P03045
AD 3 ASN - cloning artifact UNP P03045
AD 4 ALA - cloning artifact UNP P03045

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

Chain | Residue | Modelled | Actual Comment Reference
AD 5 LYS - cloning artifact UNP P03045
AD 6 THR - cloning artifact UNP P03045
AD 24 ALA - linker UNP P03045
AD 25 GLY - linker UNP P03045
AD 26 ALA - linker UNP P03045
AD 27 GLY - linker UNP P03045
AD 28 ALA - linker UNP P03045
AD 29 GLY - linker UNP P03045
AD 30 ALA - linker UNP P03045
AD 31 MET - linker UNP P03045
AD 102 GLY - linker UNP 066529
AD 103 THR - linker UNP 066529
AD 104 GLY - linker UNP 066529
AD 105 HIS - linker UNP 066529
AD 106 HIS - linker UNP 066529
AD 107 HIS - linker UNP 066529
AD 108 HIS - linker UNP 066529
AD 109 HIS - linker UNP 066529
AD 110 HIS - linker UNP 066529
AD 111 GLY - linker UNP 066529
AD 112 SER - linker UNP 066529
AD 113 SER - linker UNP 066529
AD 115 GLU GLN | engineered mutation | UNP 066529
AE 1 MET - cloning artifact UNP P03045
AE 2 GLY - cloning artifact UNP P03045
AE 3 ASN - cloning artifact UNP P03045
AE 4 ALA - cloning artifact UNP P03045
AE 5 LYS - cloning artifact UNP P03045
AE 6 THR - cloning artifact UNP P03045
AE 24 ALA - linker UNP P03045
AE 25 GLY - linker UNP P03045
AE 26 ALA - linker UNP P03045
AE 27 GLY - linker UNP P03045
AE 28 ALA - linker UNP P03045
AE 29 GLY - linker UNP P03045
AE 30 ALA - linker UNP P03045
AE 31 MET - linker UNP P03045
AE 102 GLY - linker UNP 066529
AE 103 THR - linker UNP 066529
AE 104 GLY - linker UNP 066529
AE 105 HIS - linker UNP 066529
AE 106 HIS - linker UNP 066529

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
AE 107 HIS - linker UNP 066529
AE 108 HIS - linker UNP 066529
AE 109 HIS - linker UNP 066529
AE 110 HIS - linker UNP 066529
AE 111 GLY - linker UNP 066529
AE 112 SER - linker UNP 066529
AE 113 SER - linker UNP 066529
AE 115 GLU GLN | engineered mutation | UNP 066529
AF 1 MET - cloning artifact UNP P03045
AF 2 GLY - cloning artifact UNP P03045
AF 3 ASN - cloning artifact UNP P03045
AF 4 ALA - cloning artifact UNP P03045
AF 5 LYS - cloning artifact UNP P03045
AF 6 THR - cloning artifact UNP P03045
AF 24 ALA - linker UNP P03045
AF 25 GLY - linker UNP P03045
AF 26 ALA - linker UNP P03045
AF 27 GLY - linker UNP P03045
AF 28 ALA - linker UNP P03045
AF 29 GLY - linker UNP P03045
AF 30 ALA - linker UNP P03045
AF 31 MET - linker UNP P03045
AF 102 GLY - linker UNP 066529
AF 103 THR - linker UNP 066529
AF 104 GLY - linker UNP 066529
AF 105 HIS - linker UNP 066529
AF 106 HIS - linker UNP 066529
AF 107 HIS - linker UNP 066529
AF 108 HIS - linker UNP 066529
AF 109 HIS - linker UNP 066529
AF 110 HIS - linker UNP 066529
AF 111 GLY - linker UNP 066529
AF 112 SER - linker UNP 066529
AF 113 SER - linker UNP 066529
AF 115 GLU GLN | engineered mutation | UNP 066529
AG 1 MET - cloning artifact UNP P03045
AG 2 GLY - cloning artifact UNP P03045
AG 3 ASN - cloning artifact UNP P03045
AG 4 ALA - cloning artifact UNP P03045
AG 5 LYS - cloning artifact UNP P03045
AG 6 THR - cloning artifact UNP P03045
AG 24 ALA - linker UNP P03045

Continued on next page...

EMD-11631, 7TA4F
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Continued from previous page...

Chain | Residue | Modelled | Actual Comment Reference
AG 25 GLY - linker UNP P03045
AG 26 ALA - linker UNP P03045
AG 27 GLY - linker UNP P03045
AG 28 ALA - linker UNP P03045
AG 29 GLY - linker UNP P03045
AG 30 ALA - linker UNP P03045
AG 31 MET - linker UNP P03045
AG 102 GLY - linker UNP 066529
AG 103 THR - linker UNP 066529
AG 104 GLY - linker UNP 066529
AG 105 HIS - linker UNP 066529
AG 106 HIS - linker UNP 066529
AG 107 HIS - linker UNP 066529
AG 108 HIS - linker UNP 066529
AG 109 HIS - linker UNP 066529
AG 110 HIS - linker UNP 066529
AG 111 GLY - linker UNP 066529
AG 112 SER - linker UNP 066529
AG 113 SER - linker UNP 066529
AG 115 GLU GLN | engineered mutation | UNP 066529
AH 1 MET - cloning artifact UNP P03045
AH 2 GLY - cloning artifact UNP P03045
AH 3 ASN - cloning artifact UNP P03045
AH 4 ALA - cloning artifact UNP P03045
AH 5 LYS - cloning artifact UNP P03045
AH 6 THR - cloning artifact UNP P03045
AH 24 ALA - linker UNP P03045
AH 25 GLY - linker UNP P03045
AH 26 ALA - linker UNP P03045
AH 27 GLY - linker UNP P03045
AH 28 ALA - linker UNP P03045
AH 29 GLY - linker UNP P03045
AH 30 ALA - linker UNP P03045
AH 31 MET - linker UNP P03045
AH 102 GLY - linker UNP 066529
AH 103 THR - linker UNP 066529
AH 104 GLY - linker UNP 066529
AH 105 HIS - linker UNP 066529
AH 106 HIS - linker UNP 066529
AH 107 HIS - linker UNP 066529
AH 108 HIS - linker UNP 066529
AH 109 HIS - linker UNP 066529
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AH 110 HIS - linker UNP 066529
AH 111 GLY - linker UNP 066529
AH 112 SER - linker UNP 066529
AH 113 SER - linker UNP 066529
AH 115 GLU GLN | engineered mutation | UNP 066529
Al 1 MET - cloning artifact UNP P03045
Al 2 GLY - cloning artifact UNP P03045
Al 3 ASN - cloning artifact UNP P03045
Al 4 ALA - cloning artifact UNP P03045
Al 5 LYS - cloning artifact UNP P03045
Al 6 THR - cloning artifact UNP P03045
Al 24 ALA - linker UNP P03045
Al 25 GLY - linker UNP P03045
Al 26 ALA - linker UNP P03045
Al 27 GLY - linker UNP P03045
Al 28 ALA - linker UNP P03045
Al 29 GLY - linker UNP P03045
Al 30 ALA - linker UNP P03045
Al 31 MET - linker UNP P03045
Al 102 GLY - linker UNP 066529
Al 103 THR - linker UNP 066529
Al 104 GLY - linker UNP 066529
Al 105 HIS - linker UNP 066529
Al 106 HIS - linker UNP 066529
Al 107 HIS - linker UNP 066529
Al 108 HIS - linker UNP 066529
Al 109 HIS - linker UNP 066529
Al 110 HIS - linker UNP 066529
Al 111 GLY - linker UNP 066529
Al 112 SER - linker UNP 066529
Al 113 SER - linker UNP 066529
Al 115 GLU GLN | engineered mutation | UNP 066529
Al 1 MET - cloning artifact UNP P03045
Al 2 GLY - cloning artifact UNP P03045
Al 3 ASN - cloning artifact UNP P03045
Al 4 ALA - cloning artifact UNP P03045
AJ 5 LYS - cloning artifact UNP P03045
AJ 6 THR - cloning artifact UNP P03045
AJ 24 ALA - linker UNP P03045
AlJ 25 GLY - linker UNP P03045
AJ 26 ALA - linker UNP P03045
AJ 27 GLY - linker UNP P03045
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Al 28 ALA - linker UNP P03045
Al 29 GLY - linker UNP P03045
Al 30 ALA - linker UNP P03045
Al 31 MET - linker UNP P03045
Al 102 GLY - linker UNP 066529
Al 103 THR - linker UNP 066529
Al 104 GLY - linker UNP 066529
Al 105 HIS - linker UNP 066529
Al 106 HIS - linker UNP 066529
Al 107 HIS - linker UNP 066529
Al 108 HIS - linker UNP 066529
Al 109 HIS - linker UNP 066529
Al 110 HIS - linker UNP 066529
Al 111 GLY - linker UNP 066529
Al 112 SER - linker UNP 066529
Al 113 SER - linker UNP 066529
AJ 115 GLU GLN | engineered mutation | UNP 066529
BA 1 MET - cloning artifact UNP P03045
BA 2 GLY - cloning artifact UNP P03045
BA 3 ASN - cloning artifact UNP P03045
BA 4 ALA - cloning artifact UNP P03045
BA 5 LYS - cloning artifact UNP P03045
BA 6 THR - cloning artifact UNP P03045
BA 24 ALA - linker UNP P03045
BA 25 GLY - linker UNP P03045
BA 26 ALA - linker UNP P03045
BA 27 GLY - linker UNP P03045
BA 28 ALA - linker UNP P03045
BA 29 GLY - linker UNP P03045
BA 30 ALA - linker UNP P03045
BA 31 MET - linker UNP P03045
BA 102 GLY - linker UNP 066529
BA 103 THR - linker UNP 066529
BA 104 GLY - linker UNP 066529
BA 105 HIS - linker UNP 066529
BA 106 HIS - linker UNP 066529
BA 107 HIS - linker UNP 066529
BA 108 HIS - linker UNP 066529
BA 109 HIS - linker UNP 066529
BA 110 HIS - linker UNP 066529
BA 111 GLY - linker UNP 066529
BA 112 SER - linker UNP 066529
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BA 113 SER - linker UNP 066529
BA 115 GLU GLN | engineered mutation | UNP 066529
BB 1 MET - cloning artifact UNP P03045
BB 2 GLY - cloning artifact UNP P03045
BB 3 ASN - cloning artifact UNP P03045
BB 4 ALA - cloning artifact UNP P03045
BB 5 LYS - cloning artifact UNP P03045
BB 6 THR - cloning artifact UNP P03045
BB 24 ALA - linker UNP P03045
BB 25 GLY - linker UNP P03045
BB 26 ALA - linker UNP P03045
BB 27 GLY - linker UNP P03045
BB 28 ALA - linker UNP P03045
BB 29 GLY - linker UNP P03045
BB 30 ALA - linker UNP P03045
BB 31 MET - linker UNP P03045
BB 102 GLY - linker UNP 066529
BB 103 THR - linker UNP 066529
BB 104 GLY - linker UNP 066529
BB 105 HIS - linker UNP 066529
BB 106 HIS - linker UNP 066529
BB 107 HIS - linker UNP 066529
BB 108 HIS - linker UNP 066529
BB 109 HIS - linker UNP 066529
BB 110 HIS - linker UNP 066529
BB 111 GLY - linker UNP 066529
BB 112 SER - linker UNP 066529
BB 113 SER - linker UNP 066529
BB 115 GLU GLN | engineered mutation | UNP 066529
BC 1 MET - cloning artifact UNP P03045
BC 2 GLY - cloning artifact UNP P03045
BC 3 ASN - cloning artifact UNP P03045
BC 4 ALA - cloning artifact UNP P03045
BC 5 LYS - cloning artifact UNP P03045
BC 6 THR - cloning artifact UNP P03045
BC 24 ALA - linker UNP P03045
BC 25 GLY - linker UNP P03045
BC 26 ALA - linker UNP P03045
BC 27 GLY - linker UNP P03045
BC 28 ALA - linker UNP P03045
BC 29 GLY - linker UNP P03045
BC 30 ALA - linker UNP P03045
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BC 31 MET - linker UNP P03045
BC 102 GLY - linker UNP 066529
BC 103 THR - linker UNP 066529
BC 104 GLY - linker UNP 066529
BC 105 HIS - linker UNP 066529
BC 106 HIS - linker UNP 066529
BC 107 HIS - linker UNP 066529
BC 108 HIS - linker UNP 066529
BC 109 HIS - linker UNP 066529
BC 110 HIS - linker UNP 066529
BC 111 GLY - linker UNP 066529
BC 112 SER - linker UNP 066529
BC 113 SER - linker UNP 066529
BC 115 GLU GLN | engineered mutation | UNP 066529
BD 1 MET - cloning artifact UNP P03045
BD 2 GLY - cloning artifact UNP P03045
BD 3 ASN - cloning artifact UNP P03045
BD 4 ALA - cloning artifact UNP P03045
BD 5 LYS - cloning artifact UNP P03045
BD 6 THR - cloning artifact UNP P03045
BD 24 ALA - linker UNP P03045
BD 25 GLY - linker UNP P03045
BD 26 ALA - linker UNP P03045
BD 27 GLY - linker UNP P03045
BD 28 ALA - linker UNP P03045
BD 29 GLY - linker UNP P03045
BD 30 ALA - linker UNP P03045
BD 31 MET - linker UNP P03045
BD 102 GLY - linker UNP 066529
BD 103 THR - linker UNP 066529
BD 104 GLY - linker UNP 066529
BD 105 HIS - linker UNP 066529
BD 106 HIS - linker UNP 066529
BD 107 HIS - linker UNP 066529
BD 108 HIS - linker UNP 066529
BD 109 HIS - linker UNP 066529
BD 110 HIS - linker UNP 066529
BD 111 GLY - linker UNP 066529
BD 112 SER - linker UNP 066529
BD 113 SER - linker UNP 066529
BD 115 GLU GLN | engineered mutation | UNP 066529
BE 1 MET - cloning artifact UNP P03045
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BE 2 GLY - cloning artifact UNP P03045
BE 3 ASN - cloning artifact UNP P03045
BE 4 ALA - cloning artifact UNP P03045
BE 5 LYS - cloning artifact UNP P03045
BE 6 THR - cloning artifact UNP P03045
BE 24 ALA - linker UNP P03045
BE 25 GLY - linker UNP P03045
BE 26 ALA - linker UNP P03045
BE 27 GLY - linker UNP P03045
BE 28 ALA - linker UNP P03045
BE 29 GLY - linker UNP P03045
BE 30 ALA - linker UNP P03045
BE 31 MET - linker UNP P03045
BE 102 GLY - linker UNP 066529
BE 103 THR - linker UNP 066529
BE 104 GLY - linker UNP 066529
BE 105 HIS - linker UNP 066529
BE 106 HIS - linker UNP 066529
BE 107 HIS - linker UNP 066529
BE 108 HIS - linker UNP 066529
BE 109 HIS - linker UNP 066529
BE 110 HIS - linker UNP 066529
BE 111 GLY - linker UNP 066529
BE 112 SER - linker UNP 066529
BE 113 SER - linker UNP 066529
BE 115 GLU GLN | engineered mutation | UNP 066529
BF 1 MET - cloning artifact UNP P03045
BF 2 GLY - cloning artifact UNP P03045
BF 3 ASN - cloning artifact UNP P03045
BF 4 ALA - cloning artifact UNP P03045
BF 5 LYS - cloning artifact UNP P03045
BF 6 THR - cloning artifact UNP P03045
BF 24 ALA - linker UNP P03045
BF 25 GLY - linker UNP P03045
BF 26 ALA - linker UNP P03045
BF 27 GLY - linker UNP P03045
BF 28 ALA - linker UNP P03045
BF 29 GLY - linker UNP P03045
BF 30 ALA - linker UNP P03045
BF 31 MET - linker UNP P03045
BF 102 GLY - linker UNP 066529
BF 103 THR - linker UNP 066529

Continued on next page...

EMD-11631, 7TA4F




Page 24 wwPDB EM Validation Summary Report EMD-11631, 7TA4F

Continued from previous page...

Chain | Residue | Modelled | Actual Comment Reference
BF 104 GLY - linker UNP 066529
BF 105 HIS - linker UNP 066529
BF 106 HIS - linker UNP 066529
BF 107 HIS - linker UNP 066529
BF 108 HIS - linker UNP 066529
BF 109 HIS - linker UNP 066529
BF 110 HIS - linker UNP 066529
BF 111 GLY - linker UNP 066529
BF 112 SER - linker UNP 066529
BF 113 SER - linker UNP 066529
BF 115 GLU GLN | engineered mutation | UNP 066529
BG 1 MET - cloning artifact UNP P03045
BG 2 GLY - cloning artifact UNP P03045
BG 3 ASN - cloning artifact UNP P03045
BG 4 ALA - cloning artifact UNP P03045
BG ) LYS - cloning artifact UNP P03045
BG 6 THR - cloning artifact UNP P03045
BG 24 ALA - linker UNP P03045
BG 25 GLY - linker UNP P03045
BG 26 ALA - linker UNP P03045
BG 27 GLY - linker UNP P03045
BG 28 ALA - linker UNP P03045
BG 29 GLY - linker UNP P03045
BG 30 ALA - linker UNP P03045
BG 31 MET - linker UNP P03045
BG 102 GLY - linker UNP 066529
BG 103 THR - linker UNP 066529
BG 104 GLY - linker UNP 066529
BG 105 HIS - linker UNP 066529
BG 106 HIS - linker UNP 066529
BG 107 HIS - linker UNP 066529
BG 108 HIS - linker UNP 066529
BG 109 HIS - linker UNP 066529
BG 110 HIS - linker UNP 066529
BG 111 GLY - linker UNP 066529
BG 112 SER - linker UNP 066529
BG 113 SER - linker UNP 066529
BG 115 GLU GLN | engineered mutation | UNP 066529
BH 1 MET - cloning artifact UNP P03045
BH 2 GLY - cloning artifact UNP P03045
BH 3 ASN - cloning artifact UNP P03045
BH 4 ALA - cloning artifact UNP P03045
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BH 5 LYS - cloning artifact UNP P03045
BH 6 THR - cloning artifact UNP P03045
BH 24 ALA - linker UNP P03045
BH 25 GLY - linker UNP P03045
BH 26 ALA - linker UNP P03045
BH 27 GLY - linker UNP P03045
BH 28 ALA - linker UNP P03045
BH 29 GLY - linker UNP P03045
BH 30 ALA - linker UNP P03045
BH 31 MET - linker UNP P03045
BH 102 GLY - linker UNP 066529
BH 103 THR - linker UNP 066529
BH 104 GLY - linker UNP 066529
BH 105 HIS - linker UNP 066529
BH 106 HIS - linker UNP 066529
BH 107 HIS - linker UNP 066529
BH 108 HIS - linker UNP 066529
BH 109 HIS - linker UNP 066529
BH 110 HIS - linker UNP 066529
BH 111 GLY - linker UNP 066529
BH 112 SER - linker UNP 066529
BH 113 SER - linker UNP 066529
BH 115 GLU GLN | engineered mutation | UNP 066529
BI 1 MET - cloning artifact UNP P03045
BI 2 GLY - cloning artifact UNP P03045
BI 3 ASN - cloning artifact UNP P03045
BI 4 ALA - cloning artifact UNP P03045
BI 5 LYS - cloning artifact UNP P03045
BI 6 THR - cloning artifact UNP P03045
BI 24 ALA - linker UNP P03045
BI 25 GLY - linker UNP P03045
BI 26 ALA - linker UNP P03045
BI 27 GLY - linker UNP P03045
BI 28 ALA - linker UNP P03045
BI 29 GLY - linker UNP P03045
BI 30 ALA - linker UNP P03045
BI 31 MET - linker UNP P03045
BI 102 GLY - linker UNP 066529
BI 103 THR - linker UNP 066529
BI 104 GLY - linker UNP 066529
BI 105 HIS - linker UNP 066529
BI 106 HIS - linker UNP 066529
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BI 107 HIS - linker UNP 066529
BI 108 HIS - linker UNP 066529
BI 109 HIS - linker UNP 066529
BI 110 HIS - linker UNP 066529
BI 111 GLY - linker UNP 066529
BI 112 SER - linker UNP 066529
BI 113 SER - linker UNP 066529
BI 115 GLU GLN | engineered mutation | UNP 066529
BJ 1 MET - cloning artifact UNP P03045
BJ 2 GLY - cloning artifact UNP P03045
BJ 3 ASN - cloning artifact UNP P03045
BJ 4 ALA - cloning artifact UNP P03045
BJ 5 LYS - cloning artifact UNP P03045
BJ 6 THR - cloning artifact UNP P03045
BJ 24 ALA - linker UNP P03045
BJ 25 GLY - linker UNP P03045
BJ 26 ALA - linker UNP P03045
BJ 27 GLY - linker UNP P03045
BJ 28 ALA - linker UNP P03045
BJ 29 GLY - linker UNP P03045
BJ 30 ALA - linker UNP P03045
BJ 31 MET - linker UNP P03045
BJ 102 GLY - linker UNP 066529
BJ 103 THR - linker UNP 066529
BJ 104 GLY - linker UNP 066529
BJ 105 HIS - linker UNP 066529
BJ 106 HIS - linker UNP 066529
BJ 107 HIS - linker UNP 066529
BJ 108 HIS - linker UNP 066529
BJ 109 HIS - linker UNP 066529
BJ 110 HIS - linker UNP 066529
BJ 111 GLY - linker UNP 066529
BJ 112 SER - linker UNP 066529
BJ 113 SER - linker UNP 066529
BJ 115 GLU GLN | engineered mutation | UNP 066529
CA 1 MET - cloning artifact UNP P03045
CA 2 GLY - cloning artifact UNP P03045
CA 3 ASN - cloning artifact UNP P03045
CA 4 ALA - cloning artifact UNP P03045
CA 5 LYS - cloning artifact UNP P03045
CA 6 THR - cloning artifact UNP P03045
CA 24 ALA - linker UNP P03045
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CA 25 GLY - linker UNP P03045
CA 26 ALA - linker UNP P03045
CA 27 GLY - linker UNP P03045
CA 28 ALA - linker UNP P03045
CA 29 GLY - linker UNP P03045
CA 30 ALA - linker UNP P03045
CA 31 MET - linker UNP P03045
CA 102 GLY - linker UNP 066529
CA 103 THR - linker UNP 066529
CA 104 GLY - linker UNP 066529
CA 105 HIS - linker UNP 066529
CA 106 HIS - linker UNP 066529
CA 107 HIS - linker UNP 066529
CA 108 HIS - linker UNP 066529
CA 109 HIS - linker UNP 066529
CA 110 HIS - linker UNP 066529
CA 111 GLY - linker UNP 066529
CA 112 SER - linker UNP 066529
CA 113 SER - linker UNP 066529
CA 115 GLU GLN | engineered mutation | UNP 066529
CB 1 MET - cloning artifact UNP P03045
CB 2 GLY - cloning artifact UNP P03045
CB 3 ASN - cloning artifact UNP P03045
CB 4 ALA - cloning artifact UNP P03045
CB 5 LYS - cloning artifact UNP P03045
CB 6 THR - cloning artifact UNP P03045
CB 24 ALA - linker UNP P03045
CB 25 GLY - linker UNP P03045
CB 26 ALA - linker UNP P03045
CB 27 GLY - linker UNP P03045
CB 28 ALA - linker UNP P03045
CB 29 GLY - linker UNP P03045
CB 30 ALA - linker UNP P03045
CB 31 MET - linker UNP P03045
CB 102 GLY - linker UNP 066529
CB 103 THR - linker UNP 066529
CB 104 GLY - linker UNP 066529
CB 105 HIS - linker UNP 066529
CB 106 HIS - linker UNP 066529
CB 107 HIS - linker UNP 066529
CB 108 HIS - linker UNP 066529
CB 109 HIS - linker UNP 066529
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CB 110 HIS - linker UNP 066529
CB 111 GLY - linker UNP 066529
CB 112 SER - linker UNP 066529
CB 113 SER - linker UNP 066529
CB 115 GLU GLN | engineered mutation | UNP 066529
CC 1 MET - cloning artifact UNP P03045
CC 2 GLY - cloning artifact UNP P03045
cC 3 ASN - cloning artifact UNP P03045
CC 4 ALA - cloning artifact UNP P03045
CC 5 LYS - cloning artifact UNP P03045
cC 6 THR - cloning artifact UNP P03045
cC 24 ALA - linker UNP P03045
cC 25 GLY - linker UNP P03045
cC 26 ALA - linker UNP P03045
cC 27 GLY - linker UNP P03045
CC 28 ALA - linker UNP P03045
cC 29 GLY - linker UNP P03045
cC 30 ALA - linker UNP P03045
CC 31 MET - linker UNP P03045
cC 102 GLY - linker UNP 066529
CC 103 THR - linker UNP 066529
CC 104 GLY - linker UNP 066529
CC 105 HIS - linker UNP 066529
cC 106 HIS - linker UNP 066529
cC 107 HIS - linker UNP 066529
CC 108 HIS - linker UNP 066529
CC 109 HIS - linker UNP 066529
cC 110 HIS - linker UNP 066529
CC 111 GLY - linker UNP 066529
CC 112 SER - linker UNP 066529
cC 113 SER - linker UNP 066529
cC 115 GLU GLN | engineered mutation | UNP 066529
CD 1 MET - cloning artifact UNP P03045
CD 2 GLY - cloning artifact UNP P03045
CD 3 ASN - cloning artifact UNP P03045
CD 4 ALA - cloning artifact UNP P03045
CD ) LYS - cloning artifact UNP P03045
CD 6 THR - cloning artifact UNP P03045
CD 24 ALA - linker UNP P03045
CD 25 GLY - linker UNP P03045
CD 26 ALA - linker UNP P03045
CD 27 GLY - linker UNP P03045
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CD 28 ALA - linker UNP P03045
CD 29 GLY - linker UNP P03045
CD 30 ALA - linker UNP P03045
CD 31 MET - linker UNP P03045
CD 102 GLY - linker UNP 066529
CD 103 THR - linker UNP 066529
CD 104 GLY - linker UNP 066529
CD 105 HIS - linker UNP 066529
CD 106 HIS - linker UNP 066529
CD 107 HIS - linker UNP 066529
CD 108 HIS - linker UNP 066529
CD 109 HIS - linker UNP 066529
CD 110 HIS - linker UNP 066529
CD 111 GLY - linker UNP 066529
CD 112 SER - linker UNP 066529
CD 113 SER - linker UNP 066529
CD 115 GLU GLN | engineered mutation | UNP 066529
CE 1 MET - cloning artifact UNP P03045
CE 2 GLY - cloning artifact UNP P03045
CE 3 ASN - cloning artifact UNP P03045
CE 4 ALA - cloning artifact UNP P03045
CE ) LYS - cloning artifact UNP P03045
CE 6 THR - cloning artifact UNP P03045
CE 24 ALA - linker UNP P03045
CE 25 GLY - linker UNP P03045
CE 26 ALA - linker UNP P03045
CE 27 GLY - linker UNP P03045
CE 28 ALA - linker UNP P03045
CE 29 GLY - linker UNP P03045
CE 30 ALA - linker UNP P03045
CE 31 MET - linker UNP P03045
CE 102 GLY - linker UNP 066529
CE 103 THR - linker UNP 066529
CE 104 GLY - linker UNP 066529
CE 105 HIS - linker UNP 066529
CE 106 HIS - linker UNP 066529
CE 107 HIS - linker UNP 066529
CE 108 HIS - linker UNP 066529
CE 109 HIS - linker UNP 066529
CE 110 HIS - linker UNP 066529
CE 111 GLY - linker UNP 066529
CE 112 SER - linker UNP 066529
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CE 113 SER - linker UNP 066529
CE 115 GLU GLN | engineered mutation | UNP 066529
CF 1 MET - cloning artifact UNP P03045
CF 2 GLY - cloning artifact UNP P03045
CF 3 ASN - cloning artifact UNP P03045
CF 4 ALA - cloning artifact UNP P03045
CF 5 LYS - cloning artifact UNP P03045
CF 6 THR - cloning artifact UNP P03045
CF 24 ALA - linker UNP P03045
CF 25 GLY - linker UNP P03045
CF 26 ALA - linker UNP P03045
CF 27 GLY - linker UNP P03045
CF 28 ALA - linker UNP P03045
CF 29 GLY - linker UNP P03045
CF 30 ALA - linker UNP P03045
CF 31 MET - linker UNP P03045
CF 102 GLY - linker UNP 066529
CF 103 THR - linker UNP 066529
CF 104 GLY - linker UNP 066529
CF 105 HIS - linker UNP 066529
CF 106 HIS - linker UNP 066529
CF 107 HIS - linker UNP 066529
CF 108 HIS - linker UNP 066529
CF 109 HIS - linker UNP 066529
CF 110 HIS - linker UNP 066529
CF 111 GLY - linker UNP 066529
CF 112 SER - linker UNP 066529
CF 113 SER - linker UNP 066529
CF 115 GLU GLN | engineered mutation | UNP 066529
CG 1 MET - cloning artifact UNP P03045
CG 2 GLY - cloning artifact UNP P03045
CG 3 ASN - cloning artifact UNP P03045
CG 4 ALA - cloning artifact UNP P03045
CG 5 LYS - cloning artifact UNP P03045
CG 6 THR - cloning artifact UNP P03045
CG 24 ALA - linker UNP P03045
CG 25 GLY - linker UNP P03045
CG 26 ALA - linker UNP P03045
CG 27 GLY - linker UNP P03045
CG 28 ALA - linker UNP P03045
CG 29 GLY - linker UNP P03045
CG 30 ALA - linker UNP P03045
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CG 31 MET - linker UNP P03045
CG 102 GLY - linker UNP 066529
CG 103 THR - linker UNP 066529
CG 104 GLY - linker UNP 066529
CG 105 HIS - linker UNP 066529
CG 106 HIS - linker UNP 066529
CG 107 HIS - linker UNP 066529
CG 108 HIS - linker UNP 066529
CG 109 HIS - linker UNP 066529
CG 110 HIS - linker UNP 066529
CG 111 GLY - linker UNP 066529
CG 112 SER - linker UNP 066529
CG 113 SER - linker UNP 066529
CG 115 GLU GLN | engineered mutation | UNP 066529
CH 1 MET - cloning artifact UNP P03045
CH 2 GLY - cloning artifact UNP P03045
CH 3 ASN - cloning artifact UNP P03045
CH 4 ALA - cloning artifact UNP P03045
CH 5 LYS - cloning artifact UNP P03045
CH 6 THR - cloning artifact UNP P03045
CH 24 ALA - linker UNP P03045
CH 25 GLY - linker UNP P03045
CH 26 ALA - linker UNP P03045
CH 27 GLY - linker UNP P03045
CH 28 ALA - linker UNP P03045
CH 29 GLY - linker UNP P03045
CH 30 ALA - linker UNP P03045
CH 31 MET - linker UNP P03045
CH 102 GLY - linker UNP 066529
CH 103 THR - linker UNP 066529
CH 104 GLY - linker UNP 066529
CH 105 HIS - linker UNP 066529
CH 106 HIS - linker UNP 066529
CH 107 HIS - linker UNP 066529
CH 108 HIS - linker UNP 066529
CH 109 HIS - linker UNP 066529
CH 110 HIS - linker UNP 066529
CH 111 GLY - linker UNP 066529
CH 112 SER - linker UNP 066529
CH 113 SER - linker UNP 066529
CH 115 GLU GLN | engineered mutation | UNP 066529
CI 1 MET - cloning artifact UNP P03045
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CI 2 GLY - cloning artifact UNP P03045
CI 3 ASN - cloning artifact UNP P03045
CI 4 ALA - cloning artifact UNP P03045
CI 5 LYS - cloning artifact UNP P03045
CI 6 THR - cloning artifact UNP P03045
CI 24 ALA - linker UNP P03045
CI 25 GLY - linker UNP P03045
CI 26 ALA - linker UNP P03045
CI 27 GLY - linker UNP P03045
CI 28 ALA - linker UNP P03045
CI 29 GLY - linker UNP P03045
CI 30 ALA - linker UNP P03045
CI 31 MET - linker UNP P03045
CI 102 GLY - linker UNP 066529
CI 103 THR - linker UNP 066529
CI 104 GLY - linker UNP 066529
CI 105 HIS - linker UNP 066529
CI 106 HIS - linker UNP 066529
CI 107 HIS - linker UNP 066529
CI 108 HIS - linker UNP 066529
CI 109 HIS - linker UNP 066529
CI 110 HIS - linker UNP 066529
CI 111 GLY - linker UNP 066529
CI 112 SER - linker UNP 066529
CI 113 SER - linker UNP 066529
CI 115 GLU GLN | engineered mutation | UNP 066529
CJ 1 MET - cloning artifact UNP P03045
CJ 2 GLY - cloning artifact UNP P03045
CJ 3 ASN - cloning artifact UNP P03045
CJ 4 ALA - cloning artifact UNP P03045
CJ 5 LYS - cloning artifact UNP P03045
CJ 6 THR - cloning artifact UNP P03045
CJ 24 ALA - linker UNP P03045
CJ 25 GLY - linker UNP P03045
CJ 26 ALA - linker UNP P03045
CJ 27 GLY - linker UNP P03045
CJ 28 ALA - linker UNP P03045
CJ 29 GLY - linker UNP P03045
CJ 30 ALA - linker UNP P03045
CJ 31 MET - linker UNP P03045
CJ 102 GLY - linker UNP 066529
CJ 103 THR - linker UNP 066529
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Chain | Residue | Modelled | Actual Comment Reference
CJ 104 GLY - linker UNP 066529
CJ 105 HIS - linker UNP 066529
CJ 106 HIS - linker UNP 066529
CJ 107 HIS - linker UNP 066529
CJ 108 HIS - linker UNP 066529
CJ 109 HIS - linker UNP 066529
CJ 110 HIS - linker UNP 066529
CJ 111 GLY - linker UNP 066529
CJ 112 SER - linker UNP 066529
CJ 113 SER - linker UNP 066529
CJ 115 GLU GLN | engineered mutation | UNP 066529
DA 1 MET - cloning artifact UNP P03045
DA 2 GLY - cloning artifact UNP P03045
DA 3 ASN - cloning artifact UNP P03045
DA 4 ALA - cloning artifact UNP P03045
DA 5 LYS - cloning artifact UNP P03045
DA 6 THR - cloning artifact UNP P03045
DA 24 ALA - linker UNP P03045
DA 25 GLY - linker UNP P03045
DA 26 ALA - linker UNP P03045
DA 27 GLY - linker UNP P03045
DA 28 ALA - linker UNP P03045
DA 29 GLY - linker UNP P03045
DA 30 ALA - linker UNP P03045
DA 31 MET - linker UNP P03045
DA 102 GLY - linker UNP 066529
DA 103 THR - linker UNP 066529
DA 104 GLY - linker UNP 066529
DA 105 HIS - linker UNP 066529
DA 106 HIS - linker UNP 066529
DA 107 HIS - linker UNP 066529
DA 108 HIS - linker UNP 066529
DA 109 HIS - linker UNP 066529
DA 110 HIS - linker UNP 066529
DA 111 GLY - linker UNP 066529
DA 112 SER - linker UNP 066529
DA 113 SER - linker UNP 066529
DA 115 GLU GLN | engineered mutation | UNP 066529
DB 1 MET - cloning artifact UNP P03045
DB 2 GLY - cloning artifact UNP P03045
DB 3 ASN - cloning artifact UNP P03045
DB 4 ALA - cloning artifact UNP P03045
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DB 5 LYS - cloning artifact UNP P03045
DB 6 THR - cloning artifact UNP P03045
DB 24 ALA - linker UNP P03045
DB 25 GLY - linker UNP P03045
DB 26 ALA - linker UNP P03045
DB 27 GLY - linker UNP P03045
DB 28 ALA - linker UNP P03045
DB 29 GLY - linker UNP P03045
DB 30 ALA - linker UNP P03045
DB 31 MET - linker UNP P03045
DB 102 GLY - linker UNP 066529
DB 103 THR - linker UNP 066529
DB 104 GLY - linker UNP 066529
DB 105 HIS - linker UNP 066529
DB 106 HIS - linker UNP 066529
DB 107 HIS - linker UNP 066529
DB 108 HIS - linker UNP 066529
DB 109 HIS - linker UNP 066529
DB 110 HIS - linker UNP 066529
DB 111 GLY - linker UNP 066529
DB 112 SER - linker UNP 066529
DB 113 SER - linker UNP 066529
DB 115 GLU GLN | engineered mutation | UNP 066529
DC 1 MET - cloning artifact UNP P03045
DC 2 GLY - cloning artifact UNP P03045
DC 3 ASN - cloning artifact UNP P03045
DC 4 ALA - cloning artifact UNP P03045
DC 5 LYS - cloning artifact UNP P03045
DC 6 THR - cloning artifact UNP P03045
DC 24 ALA - linker UNP P03045
DC 25 GLY - linker UNP P03045
DC 26 ALA - linker UNP P03045
DC 27 GLY - linker UNP P03045
DC 28 ALA - linker UNP P03045
DC 29 GLY - linker UNP P03045
DC 30 ALA - linker UNP P03045
DC 31 MET - linker UNP P03045
DC 102 GLY - linker UNP 066529
DC 103 THR - linker UNP 066529
DC 104 GLY - linker UNP 066529
DC 105 HIS - linker UNP 066529
DC 106 HIS - linker UNP 066529
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DC 107 HIS - linker UNP 066529
DC 108 HIS - linker UNP 066529
DC 109 HIS - linker UNP 066529
DC 110 HIS - linker UNP 066529
DC 111 GLY - linker UNP 066529
DC 112 SER - linker UNP 066529
DC 113 SER - linker UNP 066529
DC 115 GLU GLN | engineered mutation | UNP 066529
DD 1 MET - cloning artifact UNP P03045
DD 2 GLY - cloning artifact UNP P03045
DD 3 ASN - cloning artifact UNP P03045
DD 4 ALA - cloning artifact UNP P03045
DD 5 LYS - cloning artifact UNP P03045
DD 6 THR - cloning artifact UNP P03045
DD 24 ALA - linker UNP P03045
DD 25 GLY - linker UNP P03045
DD 26 ALA - linker UNP P03045
DD 27 GLY - linker UNP P03045
DD 28 ALA - linker UNP P03045
DD 29 GLY - linker UNP P03045
DD 30 ALA - linker UNP P03045
DD 31 MET - linker UNP P03045
DD 102 GLY - linker UNP 066529
DD 103 THR - linker UNP 066529
DD 104 GLY - linker UNP 066529
DD 105 HIS - linker UNP 066529
DD 106 HIS - linker UNP 066529
DD 107 HIS - linker UNP 066529
DD 108 HIS - linker UNP 066529
DD 109 HIS - linker UNP 066529
DD 110 HIS - linker UNP 066529
DD 111 GLY - linker UNP 066529
DD 112 SER - linker UNP 066529
DD 113 SER - linker UNP 066529
DD 115 GLU GLN | engineered mutation | UNP 066529
DE 1 MET - cloning artifact UNP P03045
DE 2 GLY - cloning artifact UNP P03045
DE 3 ASN - cloning artifact UNP P03045
DE 4 ALA - cloning artifact UNP P03045
DE 5 LYS - cloning artifact UNP P03045
DE 6 THR - cloning artifact UNP P03045
DE 24 ALA - linker UNP P03045
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DE 25 GLY - linker UNP P03045
DE 26 ALA - linker UNP P03045
DE 27 GLY - linker UNP P03045
DE 28 ALA - linker UNP P03045
DE 29 GLY - linker UNP P03045
DE 30 ALA - linker UNP P03045
DE 31 MET - linker UNP P03045
DE 102 GLY - linker UNP 066529
DE 103 THR - linker UNP 066529
DE 104 GLY - linker UNP 066529
DE 105 HIS - linker UNP 066529
DE 106 HIS - linker UNP 066529
DE 107 HIS - linker UNP 066529
DE 108 HIS - linker UNP 066529
DE 109 HIS - linker UNP 066529
DE 110 HIS - linker UNP 066529
DE 111 GLY - linker UNP 066529
DE 112 SER - linker UNP 066529
DE 113 SER - linker UNP 066529
DE 115 GLU GLN | engineered mutation | UNP 066529
DF 1 MET - cloning artifact UNP P03045
DF 2 GLY - cloning artifact UNP P03045
DF 3 ASN - cloning artifact UNP P03045
DF 4 ALA - cloning artifact UNP P03045
DF 5 LYS - cloning artifact UNP P03045
DF 6 THR - cloning artifact UNP P03045
DF 24 ALA - linker UNP P03045
DF 25 GLY - linker UNP P03045
DF 26 ALA - linker UNP P03045
DF 27 GLY - linker UNP P03045
DF 28 ALA - linker UNP P03045
DF 29 GLY - linker UNP P03045
DF 30 ALA - linker UNP P03045
DF 31 MET - linker UNP P03045
DF 102 GLY - linker UNP 06