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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 5.40 A.

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

Metric Percentile Ranks Value
Clashscore I — 4
Ramachandran outliers I 0 I 1.6%
Sidechain outliers I 0
Worse Better

0 Percentile relative to all structures

[l Percentile relative to all EM structures

Metric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 125131 1336
Ramachandran outliers 121729 1120
Sidechain outliers 121581 1026

The table below summarises the geometric issues observed across the polymeric chains. The red,
orange, yellow and green segments on the bar indicate the fraction of residues that contain outliers
for >=3, 2, 1 and 0 types of geometric quality criteria. 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%

Mol | Chain | Length Quality of chain

1 AA 161 92% 8%
1 AB 161 89% 11%
1 AC 161 94% 6%
1 AD 161 91% 9%
1 AE 161 94% 6%
1 AF 161 93% 7%
1 AG 161 94% 6%
1 AH 161 90% 9%

1 Al 161 94% 6%

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

Mol | Chain | Length Quality of chain
1 AJ 161 95% 5%
1 AK 161 89% 11%
1 AL 161 90% 10%
1 AM 161 94% 6%
1 AN 161 91% 9%
1 AO 161 92% 8%
1 BA 161 92% 8%
1 BB 161 88% 12% -
1 BC 161 94% 6%
1 BD 161 91% 9%
1 BE 161 90% 10%
1 BF 161 93% 7%
1 BG 161 94% 6%
1 BH 161 90% 9% -
1 Bl 161 93% 7%
1 BJ 161 96%
1 BK 161 89% 11%
1 BL 161 91% 9%
1 BM 161 94% 6%
1 BN 161 92% 8%
1 BO 161 93% 7%
1 CA 161 91% 9%
1 CB 161 89% 1% -
1 CcC 161 94% 6%
1 CD 161 91% 9%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

1 CE 161 90% 10%

1 CF 161 92% 8%

1 CG 161 94% 6%
1 CH 161 90% 9% -
1 CI 161 93% 7%
1 CJ 161 95% 5%
1 CK 161 89% 11%

1 CL 161 90% 10%

1 CM 161 94% 6%
1 CN 161 91% 9%

1 CO 161 92% 8%
1 DA 161 91% 9%

1 DB 161 89% 1% -
1 DC 161 94% 6%
1 DD 161 91% 9%

1 DE 161 91% 9%

1 DF 161 93% 7%
1 DG 161 94% 6%
1 DH 161 90% 9% -
1 DI 161 94% 6%
1 DJ 161 95% 5%
1 DK 161 89% 11%

1 DL 161 91% 9%

1 DM 161 94% 6%
1 DN 161 91% 9%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

1 DO 161 93% 7%
1 EA 161 91% 9%

1 EB 161 90% 9% -
1 EC 161 94% 6%
1 ED 161 91% 9%

1 EE 161 93% 7%
1 EF 161 93% 7%
1 EG 161 94% 6%
1 EH 161 91% 8% -
1 EI 161 93% 7%
1 EJ 161 94% 6%
1 EK 161 89% 11%

1 EL 161 91% 9%

1 EM 161 94% 6%
1 EN 161 91% 9%

1 EO 161 92% 8%
1 FA 161 91% 9%

1 B 161 89% 1% -
1 FC 161 94% 6%
1 FD 161 91% 9%

1 FE 161 94% 6%
1 FF 161 93% 7%
1 FG 161 94% 6%
1 FH 161 91% 8% -
1 FI 161 93% 7%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

1 FJ 161 95% 5%
1 FK 161 90% 10%

1 FL 161 91% 9%

1 FM 161 94% 6%
1 E'N 161 91% 9%

1 FO 161 93% 7%

1 GA 161 92% 8%

1 GB 161 89% 1% .
1 GC 161 94% 6%
1 GD 161 91% 9%

1 GE 161 91% 9%

1 GF 161 92% 8%

1 GG 161 94% 6%
1 GH 161 91% 8% -
1 GI 161 93% 7%

1 GJ 161 95% 5%
1 GK 161 90% 10%

1 GL 161 93% 7%

1 GM 161 94% 6%
1 GN 161 91% 9%

1 GO 161 92% 8%

1 HA 161 91% 9%

1 HB 161 89% 1% -
1 HC 161 94% 6%
1 HD 161 91% 9%

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

Mol | Chain | Length Quality of chain
1 HE 161 91% 9%
1 HF 161 93% 7%
1 HG 161 94% 6%
1 HH 161 93% 7% -
1 HI 161 94% 6%
1 HJ 161 94% 6%
1 HK 161 89% 11%
1 HL 161 91% 9%
1 HM 161 94% 6%
1 HN 161 91% 9%
1 HO 161 93% 7%
1 TA 161 92% 8%
1 IB 161 88% 12% -
1 IC 161 94% 6%
1 ID 161 91% 9%
1 IE 161 91% 9%
1 I 161 93% 7%
1 IG 161 94% 6%
1 IH 161 91% 8% -
1 II 161 94% 6%
1 1J 161 93% 7%
1 IK 161 90% 10%
1 IL 161 90% 10%
1 IM 161 94% 6%
1 IN 161 91% 9%
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Continued from previous page...
Mol | Chain | Length Quality of chain

1 10 161 93% 7%

1 JA 161 92% 8%

1 JB 161 88% 12% -
1 JC 161 94% 6%

1 JD 161 91% 9%

1 JE 161 93% 7%

1 JF 161 93% 7%

1 JG 161 94% 6%

1 JH 161 91% 8% -
1 JI 161 91% 9%

1 JJ 161 94% 6%

1 JK 161 89% 11%

1 JL 161 90% 10%

1 JM 161 94% 6%

1 JN 161 91% 9%

1 JO 161 94% 6%

1 KA 161 91% 9%

1 KB 161 89% 1% -
1 KC 161 94% 6%

1 KD 161 91% 9%

1 KE 161 94% 6%

1 KF 161 93% 7%

1 KG 161 94% 6%

1 KH 161 90% % -
1 KI 161 94% 6%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

1 KJ 161 95% 5%
1 KK 161 89% 1%

1 KL 161 90% 10%

1 KM 161 94% 6%
1 KN 161 91% 9%

1 KO 161 94% 6%
1 LA 161 91% 9%

1 LB 161 89% 1% .
1 LC 161 94% 6%
1 LD 161 91% 9%

1 LE 161 93% 7%
1 LF 161 94% 6%
1 LG 161 94% 6%
1 LH 161 90% 9% -
1 LI 161 93% 7%
1 LJ 161 94% 6%
1 LK 161 90% 10%

1 LL 161 91% 9%

1 LM 161 94% 6%
1 LN 161 91% 9%

1 LO 161 93% 7%
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2  Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 143640 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

Total C N O
1 AA 161 798 476 161 161 0 0

Total C N O
1 AB 161 798 476 161 161 0 0

Total C N O
1 AC 161 798 476 161 161 0 0

Total C N O
1 AD 161 798 476 161 161 0 0

Total C N O
1 AE 161 798 476 161 161 0 0

Total C N O
1 Al 161 798 476 161 161 0 0

Total C N O
1 AG 161 798 476 161 161 0 0

Total C N O
1 AH 161 798 476 161 161 0 0

Total C N O
1 Al 161 798 476 161 161 0 0

Total C N O
L A 161 798 476 161 161 0 0

Total C N O
1| AK 161 798 476 161 161 0 0

Total C N O
1 | AL 161 798 476 161 161 0 0

Total C N O
1| aM 161 798 476 161 161 0 0

Total C N O
1 | AN 161 798 476 161 161 0 0

Total C N O
1| 40 161 798 476 161 161 0 0

Total C N O
1] BA 161 798 476 161 161 0 0

Total C N O
1| BB 161 798 476 161 161 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
1 BC 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 BD 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 BE 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 BE 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 BG 161 T709t8a l 4?6 1121 1(6?1 0 0
1 BH 161 T709t8a l 4?6 11(\311 1(6?1 0 0
1 Bl 161 T709t8a l 4?6 1121 1%)1 0 0
1 BJ 161 T7O9t8a l 4?6 1121 1(6)1 0 0
1 BR 161 T7O9t8a 1 4?6 1121 1(6)1 0 0
1 BL 161 T7O9t§ 1 4(7}6 1121 1(6)1 0 0
1 BM 161 T7O9t;§3L 1 4(736 1121 121 0 0
1 BN 161 T7O9t§ 1 4(736 1121 121 0 0
1 BO 161 T7O9t§ 1 4(736 1121 121 0 0
1 CA 161 T7O9t§ 1 4(736 1121 121 0 0
! B 161 T7O9t§ 1 4(736 1121 121 0 0
! cC 161 T7O9t§ 1 4(736 1121 1(6)1 0 0
1 eD 161 T709t§ 1 4(736 1121 1(6?1 0 0
1 CF 161 T7O9t§ 1 4(736 1211 1%)1 0 0
1 CF 161 T7O9t§ 1 4?6 11(\311 1%)1 0 0
! cG 161 T7O9t§ 1 4?6 11(\311 121 0 0
! CH 161 T7O9t§ 1 4?6 11(\311 1(631 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 ¢l 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 ©J 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 CK 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 CL 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 CM 161 T709t8a l 4?6 1121 1(6?1 0 0
1 CN 161 T709t8a l 4?6 11(\311 1(6?1 0 0
1 cO 161 T709t8a l 4?6 1121 1%)1 0 0
1 DA 161 T7O9t8a l 4?6 1121 1(6)1 0 0
1 bB 161 T7O9t8a 1 4?6 1121 1(6)1 0 0
1 pe 161 T7O9t§ 1 4(7}6 1121 1(6)1 0 0
1 bb 161 T7O9t;§3L 1 4(736 1121 121 0 0
1 bE 161 T7O9t§ 1 4(736 1121 121 0 0
1 bE 161 T7O9t§ 1 4(736 1121 121 0 0
1 ba 161 T7O9t§ 1 4(736 1121 121 0 0
! bH 161 T7O9t§ 1 4(736 1121 121 0 0
! b 161 T7O9t§ 1 4(736 1121 1(6)1 0 0
1 b 161 T709t§ 1 4(736 1121 1(6?1 0 0
1 bK 161 T7O9t§ 1 4(736 1211 1%)1 0 0
1 bL 161 T7O9t§ 1 4?6 11(\311 1%)1 0 0
! bM 161 T7O9t§ 1 4?6 11(\311 121 0 0
! bN 161 T7O9t§ 1 4?6 11(\311 1(631 0 0

O RLDWIDE

Continued on next page...

PROTEIN DATA BANK




Page 13

Full wwPDB/EMDataBank EM Map/Model Validation Report

SMQ3

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 bo 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 EA 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 EB 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 EC 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 ED 161 T709t8a l 4?6 1121 1(6?1 0 0
1 BE 161 T709t8a l 4?6 11(\311 1(6?1 0 0
1 B 161 T709t8a l 4?6 1121 1%)1 0 0
1 EG 161 T7O9t8a l 4?6 1121 1(6)1 0 0
1 EH 161 T7O9t8a 1 4?6 1121 1(6)1 0 0
1 El 161 T7O9t§ 1 4(7}6 1121 1(6)1 0 0
1 & 161 T7O9t;§3L 1 4(736 1121 121 0 0
1 EK 161 T7O9t§ 1 4(736 1121 121 0 0
1 EL 161 T7O9t§ 1 4(736 1121 121 0 0
1 EM 161 T7O9t§ 1 4(736 1121 121 0 0
! EXN 161 T7O9t§ 1 4(736 1121 121 0 0
! EO 161 T7O9t§ 1 4(736 1121 1(6)1 0 0
1 FA 161 T709t§ 1 4(736 1121 1(6?1 0 0
1 B 161 T7O9t§ 1 4(736 1211 1%)1 0 0
1 FC 161 T7O9t§ 1 4?6 11(\311 1%)1 0 0
! D 161 T7O9t§ 1 4?6 11(\311 121 0 0
! e 161 T7O9t§ 1 4?6 11(\311 1(631 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 b 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 Fa 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 FH 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 i 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 I 161 T709t8a l 4?6 1121 1(6?1 0 0
1 FK 161 T709t8a l 4?6 11(\311 1(6?1 0 0
1 FL 161 T709t8a l 4?6 1121 1%)1 0 0
1 M 161 T7O9t8a l 4?6 1121 1(6)1 0 0
1 EN 161 T7O9t8a 1 4?6 1121 1(6)1 0 0
1 FO 161 T7O9t§ 1 4(7}6 1121 1(6)1 0 0
1 GA 161 T7O9t;§3L 1 4(736 1121 121 0 0
1 GB 161 T7O9t§ 1 4(736 1121 121 0 0
1 Ge 161 T7O9t§ 1 4(736 1121 121 0 0
1 GD 161 T7O9t§ 1 4(736 1121 121 0 0
! GE 161 T7O9t§ 1 4(736 1121 121 0 0
! GF 161 T7O9t§ 1 4(736 1121 1(6)1 0 0
1 GG 161 T709t§ 1 4(736 1121 1(6?1 0 0
1 GH 161 T7O9t§ 1 4(736 1211 1%)1 0 0
1 GI 161 T7O9t§ 1 4?6 11(\311 1%)1 0 0
! GJ 161 T7O9t§ 1 4?6 11(\311 121 0 0
! GK 161 T7O9t§ 1 4?6 11(\311 1(631 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 GL 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 GM 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 GN 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 GO 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 HA 161 T709t8a l 4?6 1121 1(6?1 0 0
1 HB 161 T709t8a l 4?6 11(\311 1(6?1 0 0
1 HE 161 T709t8a l 4?6 1121 1%)1 0 0
1 HD 161 T7O9t8a l 4?6 1121 1(6)1 0 0
1 HE 161 T7O9t8a 1 4?6 1121 1(6)1 0 0
1 HE 161 T7O9t§ 1 4(7}6 1121 1(6)1 0 0
1 HG 161 T7O9t;§3L 1 4(736 1121 121 0 0
1 HH 161 T7O9t§ 1 4(736 1121 121 0 0
1 il 161 T7O9t§ 1 4(736 1121 121 0 0
1 fJ 161 T7O9t§ 1 4(736 1121 121 0 0
! iR 161 T7O9t§ 1 4(736 1121 121 0 0
! HL 161 T7O9t§ 1 4(736 1121 1(6)1 0 0
1 HM 161 T709t§ 1 4(736 1121 1(6?1 0 0
1 HN 161 T7O9t§ 1 4(736 1211 1%)1 0 0
1 HO 161 T7O9t§ 1 4?6 11(\311 1%)1 0 0
! IA 161 T7O9t§ 1 4?6 11(\311 121 0 0
! 1B 161 T7O9t§ 1 4?6 11(\311 1(631 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 1C 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 1D 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 1E 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 ¥ 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 1G 161 T709t8a l 4?6 1121 1(6?1 0 0
1 IH 161 T709t8a l 4?6 11(\311 1(6?1 0 0
1 = 161 T709t8a l 4?6 1121 1%)1 0 0
1 1 161 T7O9t8a l 4?6 1121 1(6)1 0 0
1 IK 161 T7O9t8a 1 4?6 1121 1(6)1 0 0
1 1L 161 T7O9t§ 1 4(7}6 1121 1(6)1 0 0
1 M 161 T7O9t;§3L 1 4(736 1121 121 0 0
1 IN 161 T7O9t§ 1 4(736 1121 121 0 0
1 10 161 T7O9t§ 1 4(736 1121 121 0 0
1 A 161 T7O9t§ 1 4(736 1121 121 0 0
! B 161 T7O9t§ 1 4(736 1121 121 0 0
! e 161 T7O9t§ 1 4(736 1121 1(6)1 0 0
1 D 161 T709t§ 1 4(736 1121 1(6?1 0 0
1 I 161 T7O9t§ 1 4(736 1211 1%)1 0 0
1 ¥ 161 T7O9t§ 1 4?6 11(\311 1%)1 0 0
! G 161 T7O9t§ 1 4?6 11(\311 121 0 0
! JH 161 T7O9t§ 1 4?6 11(\311 1(631 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 . 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 I 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 K 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 JL 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 M 161 T709t8a l 4?6 1121 1(6?1 0 0
1 N 161 T709t8a l 4?6 11(\311 1(6?1 0 0
1 10 161 T709t8a l 4?6 1121 1%)1 0 0
1 KA 161 T7O9t8a l 4?6 1121 1(6)1 0 0
1 KB 161 T7O9t8a 1 4?6 1121 1(6)1 0 0
1 KC 161 T7O9t§ 1 4(7}6 1121 1(6)1 0 0
1 KD 161 T7O9t;§3L 1 4(736 1121 121 0 0
1 RE 161 T7O9t§ 1 4(736 1121 121 0 0
1 KE 161 T7O9t§ 1 4(736 1121 121 0 0
1 KRG 161 T7O9t§ 1 4(736 1121 121 0 0
! KH 161 T7O9t§ 1 4(736 1121 121 0 0
! KI 161 T7O9t§ 1 4(736 1121 1(6)1 0 0
1 RJ 161 T709t§ 1 4(736 1121 1(6?1 0 0
1 KK 161 T7O9t§ 1 4(736 1211 1%)1 0 0
1 KL 161 T7O9t§ 1 4?6 11(\311 1%)1 0 0
! KM 161 T7O9t§ 1 4?6 11(\311 121 0 0
! KN 161 T7O9t§ 1 4?6 11(\311 1(631 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 KO 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 LA 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 LB 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 LC 161 T7O9t8a l 4(7]6 11(\3]1 1(6?1 0 0
1 LD 161 T709t8a l 4?6 1121 1(6?1 0 0
1 LE 161 T709t8a l 4?6 11(\311 1(6?1 0 0
1 LE 161 T709t8a l 4?6 1121 1%)1 0 0
1 LG 161 T7O9t8a l 4?6 1121 1(6)1 0 0
1 LH 161 T7O9t8a 1 4?6 1121 1(6)1 0 0
1 L 161 T7O9t§ 1 4(7}6 1121 1(6)1 0 0
1 L] 161 T7O9t;§3L 1 4(736 1121 121 0 0
1 LK 161 T7O9t§ 1 4(736 1121 121 0 0
1 LL 161 T7O9t§ 1 4(736 1121 121 0 0
1 LM 161 T7O9t§ 1 4(736 1121 121 0 0
! LN 161 T7O9t§ 1 4(736 1121 121 0 0
! LO 161 T7O9t§ 1 4(736 1121 1(6)1 0 0

There are 2160 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
AA 2 GLU GLN conflict UNP 066529
AA 83 GLU ARG conflict UNP 066529
AA 86 GLU THR conflict UNP 066529
AA 120 GLU THR conflict UNP 066529
AA 123 GLU GLN conflict UNP 066529
AA 155 LEU - expression tag | UNP 066529
AA 156 GLU - expression tag | UNP 066529

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

Chain | Residue | Modelled | Actual | Comment Reference
AA 157 HIS - expression tag | UNP 066529
AA 158 HIS - expression tag | UNP 066529
AA 159 HIS - expression tag | UNP 066529
AA 160 HIS - expression tag | UNP 066529
AA 161 HIS - expression tag | UNP 066529
AB 2 GLU GLN conflict UNP 066529
AB 83 GLU ARG conflict UNP 066529
AB 86 GLU THR conflict UNP 066529
AB 120 GLU THR conflict UNP 066529
AB 123 GLU GLN conflict UNP 066529
AB 155 LEU - expression tag | UNP 066529
AB 156 GLU - expression tag | UNP 066529
AB 157 HIS - expression tag | UNP 066529
AB 158 HIS - expression tag | UNP 066529
AB 159 HIS - expression tag | UNP 066529
AB 160 HIS - expression tag | UNP 066529
AB 161 HIS - expression tag | UNP 066529
AC 2 GLU GLN conflict UNP 066529
AC 83 GLU ARG conflict UNP 066529
AC 86 GLU THR conflict UNP 066529
AC 120 GLU THR conflict UNP 066529
AC 123 GLU GLN conflict UNP 066529
AC 155 LEU - expression tag | UNP 066529
AC 156 GLU - expression tag | UNP 066529
AC 157 HIS - expression tag | UNP 066529
AC 158 HIS - expression tag | UNP 066529
AC 159 HIS - expression tag | UNP 066529
AC 160 HIS - expression tag | UNP 066529
AC 161 HIS - expression tag | UNP 066529
AD 2 GLU GLN conflict UNP 066529
AD 83 GLU ARG conflict UNP 066529
AD 86 GLU THR conflict UNP 066529
AD 120 GLU THR conflict UNP 066529
AD 123 GLU GLN conflict UNP 066529
AD 155 LEU - expression tag | UNP 066529
AD 156 GLU - expression tag | UNP 066529
AD 157 HIS - expression tag | UNP 066529
AD 158 HIS - expression tag | UNP 066529
AD 159 HIS - expression tag | UNP 066529
AD 160 HIS - expression tag | UNP 066529
AD 161 HIS - expression tag | UNP 066529
AE 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
AE 83 GLU ARG conflict UNP 066529
AE 86 GLU THR conflict UNP 066529
AE 120 GLU THR conflict UNP 066529
AE 123 GLU GLN conflict UNP 066529
AE 155 LEU - expression tag | UNP 066529
AE 156 GLU - expression tag | UNP 066529
AE 157 HIS - expression tag | UNP 066529
AE 158 HIS - expression tag | UNP 066529
AE 159 HIS - expression tag | UNP 066529
AE 160 HIS - expression tag | UNP 066529
AE 161 HIS - expression tag | UNP 066529
AF 2 GLU GLN conflict UNP 066529
AF 83 GLU ARG conflict UNP 066529
AF 86 GLU THR conflict UNP 066529
AF 120 GLU THR conflict UNP 066529
AF 123 GLU GLN conflict UNP 066529
AF 155 LEU - expression tag | UNP 066529
AF 156 GLU - expression tag | UNP 066529
AF 157 HIS - expression tag | UNP 066529
AF 158 HIS - expression tag | UNP 066529
AF 159 HIS - expression tag | UNP 066529
AF 160 HIS - expression tag | UNP 066529
AF 161 HIS - expression tag | UNP 066529
AG 2 GLU GLN conflict UNP 066529
AG 83 GLU ARG conflict UNP 066529
AG 86 GLU THR conflict UNP 066529
AG 120 GLU THR conflict UNP 066529
AG 123 GLU GLN conflict UNP 066529
AG 155 LEU - expression tag | UNP 066529
AG 156 GLU - expression tag | UNP 066529
AG 157 HIS - expression tag | UNP 066529
AG 158 HIS - expression tag | UNP 066529
AG 159 HIS - expression tag | UNP 066529
AG 160 HIS - expression tag | UNP 066529
AG 161 HIS - expression tag | UNP 066529
AH 2 GLU GLN conflict UNP 066529
AH 83 GLU ARG conflict UNP 066529
AH 86 GLU THR conflict UNP 066529
AH 120 GLU THR conflict UNP 066529
AH 123 GLU GLN conflict UNP 066529
AH 155 LEU - expression tag | UNP 066529
AH 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
AH 157 HIS - expression tag | UNP 066529
AH 158 HIS - expression tag | UNP 066529
AH 159 HIS - expression tag | UNP 066529
AH 160 HIS - expression tag | UNP 066529
AH 161 HIS - expression tag | UNP 066529
Al 2 GLU GLN conflict UNP 066529
Al 83 GLU ARG conflict UNP 066529
Al 86 GLU THR conflict UNP 066529
Al 120 GLU THR conflict UNP 066529
Al 123 GLU GLN conflict UNP 066529
Al 155 LEU - expression tag | UNP 066529
Al 156 GLU - expression tag | UNP 066529
Al 157 HIS - expression tag | UNP 066529
Al 158 HIS - expression tag | UNP 066529
Al 159 HIS - expression tag | UNP 066529
Al 160 HIS - expression tag | UNP 066529
Al 161 HIS - expression tag | UNP 066529
Al 2 GLU GLN conflict UNP 066529
AJ 83 GLU ARG conflict UNP 066529
AJ 86 GLU THR conflict UNP 066529
AJ 120 GLU THR conflict UNP 066529
AlJ 123 GLU GLN conflict UNP 066529
Al 155 LEU - expression tag | UNP 066529
Al 156 GLU - expression tag | UNP 066529
Al 157 HIS - expression tag | UNP 066529
AJ 158 HIS - expression tag | UNP 066529
AJ 159 HIS - expression tag | UNP 066529
Al 160 HIS - expression tag | UNP 066529
AlJ 161 HIS - expression tag | UNP 066529
AK 2 GLU GLN conflict UNP 066529
AK 83 GLU ARG conflict UNP 066529
AK 86 GLU THR conflict UNP 066529
AK 120 GLU THR conflict UNP 066529
AK 123 GLU GLN conflict UNP 066529
AK 155 LEU - expression tag | UNP 066529
AK 156 GLU - expression tag | UNP 066529
AK 157 HIS - expression tag | UNP 066529
AK 158 HIS - expression tag | UNP 066529
AK 159 HIS - expression tag | UNP 066529
AK 160 HIS - expression tag | UNP 066529
AK 161 HIS - expression tag | UNP 066529
AL 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
AL 83 GLU ARG conflict UNP 066529
AL 86 GLU THR conflict UNP 066529
AL 120 GLU THR conflict UNP 066529
AL 123 GLU GLN conflict UNP 066529
AL 155 LEU - expression tag | UNP 066529
AL 156 GLU - expression tag | UNP 066529
AL 157 HIS - expression tag | UNP 066529
AL 158 HIS - expression tag | UNP 066529
AL 159 HIS - expression tag | UNP 066529
AL 160 HIS - expression tag | UNP 066529
AL 161 HIS - expression tag | UNP 066529
AM 2 GLU GLN conflict UNP 066529
AM 83 GLU ARG conflict UNP 066529
AM 86 GLU THR conflict UNP 066529
AM 120 GLU THR conflict UNP 066529
AM 123 GLU GLN conflict UNP 066529
AM 155 LEU - expression tag | UNP 066529
AM 156 GLU - expression tag | UNP 066529
AM 157 HIS - expression tag | UNP 066529
AM 158 HIS - expression tag | UNP 066529
AM 159 HIS - expression tag | UNP 066529
AM 160 HIS - expression tag | UNP 066529
AM 161 HIS - expression tag | UNP 066529
AN 2 GLU GLN conflict UNP 066529
AN 83 GLU ARG conflict UNP 066529
AN 86 GLU THR conflict UNP 066529
AN 120 GLU THR conflict UNP 066529
AN 123 GLU GLN conflict UNP 066529
AN 155 LEU - expression tag | UNP 066529
AN 156 GLU - expression tag | UNP 066529
AN 157 HIS - expression tag | UNP 066529
AN 158 HIS - expression tag | UNP 066529
AN 159 HIS - expression tag | UNP 066529
AN 160 HIS - expression tag | UNP 066529
AN 161 HIS - expression tag | UNP 066529
AO 2 GLU GLN conflict UNP 066529
AO 83 GLU ARG conflict UNP 066529
AO 86 GLU THR conflict UNP 066529
AO 120 GLU THR conflict UNP 066529
AO 123 GLU GLN conflict UNP 066529
AO 155 LEU - expression tag | UNP 066529
AO 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
AO 157 HIS - expression tag | UNP 066529
AO 158 HIS - expression tag | UNP 066529
AO 159 HIS - expression tag | UNP 066529
AO 160 HIS - expression tag | UNP 066529
AO 161 HIS - expression tag | UNP 066529
BA 2 GLU GLN conflict UNP 066529
BA 83 GLU ARG conflict UNP 066529
BA 86 GLU THR conflict UNP 066529
BA 120 GLU THR conflict UNP 066529
BA 123 GLU GLN conflict UNP 066529
BA 155 LEU - expression tag | UNP 066529
BA 156 GLU - expression tag | UNP 066529
BA 157 HIS - expression tag | UNP 066529
BA 158 HIS - expression tag | UNP 066529
BA 159 HIS - expression tag | UNP 066529
BA 160 HIS - expression tag | UNP 066529
BA 161 HIS - expression tag | UNP 066529
BB 2 GLU GLN conflict UNP 066529
BB 83 GLU ARG conflict UNP 066529
BB 86 GLU THR conflict UNP 066529
BB 120 GLU THR conflict UNP 066529
BB 123 GLU GLN conflict UNP 066529
BB 155 LEU - expression tag | UNP 066529
BB 156 GLU - expression tag | UNP 066529
BB 157 HIS - expression tag | UNP 066529
BB 158 HIS - expression tag | UNP 066529
BB 159 HIS - expression tag | UNP 066529
BB 160 HIS - expression tag | UNP 066529
BB 161 HIS - expression tag | UNP 066529
BC 2 GLU GLN conflict UNP 066529
BC 83 GLU ARG conflict UNP 066529
BC 86 GLU THR conflict UNP 066529
BC 120 GLU THR conflict UNP 066529
BC 123 GLU GLN conflict UNP 066529
BC 155 LEU - expression tag | UNP 066529
BC 156 GLU - expression tag | UNP 066529
BC 157 HIS - expression tag | UNP 066529
BC 158 HIS - expression tag | UNP 066529
BC 159 HIS - expression tag | UNP 066529
BC 160 HIS - expression tag | UNP 066529
BC 161 HIS - expression tag | UNP 066529
BD 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
BD 83 GLU ARG conflict UNP 066529
BD 86 GLU THR conflict UNP 066529
BD 120 GLU THR conflict UNP 066529
BD 123 GLU GLN conflict UNP 066529
BD 155 LEU - expression tag | UNP 066529
BD 156 GLU - expression tag | UNP 066529
BD 157 HIS - expression tag | UNP 066529
BD 158 HIS - expression tag | UNP 066529
BD 159 HIS - expression tag | UNP 066529
BD 160 HIS - expression tag | UNP 066529
BD 161 HIS - expression tag | UNP 066529
BE 2 GLU GLN conflict UNP 066529
BE 83 GLU ARG conflict UNP 066529
BE 86 GLU THR conflict UNP 066529
BE 120 GLU THR conflict UNP 066529
BE 123 GLU GLN conflict UNP 066529
BE 155 LEU - expression tag | UNP 066529
BE 156 GLU - expression tag | UNP 066529
BE 157 HIS - expression tag | UNP 066529
BE 158 HIS - expression tag | UNP 066529
BE 159 HIS - expression tag | UNP 066529
BE 160 HIS - expression tag | UNP 066529
BE 161 HIS - expression tag | UNP 066529
BF 2 GLU GLN conflict UNP 066529
BF 83 GLU ARG conflict UNP 066529
BF 86 GLU THR conflict UNP 066529
BF 120 GLU THR conflict UNP 066529
BF 123 GLU GLN conflict UNP 066529
BF 155 LEU - expression tag | UNP 066529
BF 156 GLU - expression tag | UNP 066529
BF 157 HIS - expression tag | UNP 066529
BF 158 HIS - expression tag | UNP 066529
BF 159 HIS - expression tag | UNP 066529
BF 160 HIS - expression tag | UNP 066529
BF 161 HIS - expression tag | UNP 066529
BG 2 GLU GLN conflict UNP 066529
BG 83 GLU ARG conflict UNP 066529
BG 86 GLU THR conflict UNP 066529
BG 120 GLU THR conflict UNP 066529
BG 123 GLU GLN conflict UNP 066529
BG 155 LEU - expression tag | UNP 066529
BG 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
BG 157 HIS - expression tag | UNP 066529
BG 158 HIS - expression tag | UNP 066529
BG 159 HIS - expression tag | UNP 066529
BG 160 HIS - expression tag | UNP 066529
BG 161 HIS - expression tag | UNP 066529
BH 2 GLU GLN conflict UNP 066529
BH 83 GLU ARG conflict UNP 066529
BH 86 GLU THR conflict UNP 066529
BH 120 GLU THR conflict UNP 066529
BH 123 GLU GLN conflict UNP 066529
BH 155 LEU - expression tag | UNP 066529
BH 156 GLU - expression tag | UNP 066529
BH 157 HIS - expression tag | UNP 066529
BH 158 HIS - expression tag | UNP 066529
BH 159 HIS - expression tag | UNP 066529
BH 160 HIS - expression tag | UNP 066529
BH 161 HIS - expression tag | UNP 066529
BI 2 GLU GLN conflict UNP 066529
BI 83 GLU ARG conflict UNP 066529
BI 86 GLU THR conflict UNP 066529
BI 120 GLU THR conflict UNP 066529
BI 123 GLU GLN conflict UNP 066529
BI 155 LEU - expression tag | UNP 066529
BI 156 GLU - expression tag | UNP 066529
BI 157 HIS - expression tag | UNP 066529
BI 158 HIS - expression tag | UNP 066529
BI 159 HIS - expression tag | UNP 066529
BI 160 HIS - expression tag | UNP 066529
BI 161 HIS - expression tag | UNP 066529
BJ 2 GLU GLN conflict UNP 066529
BJ 83 GLU ARG conflict UNP 066529
BJ 86 GLU THR conflict UNP 066529
BJ 120 GLU THR conflict UNP 066529
BJ 123 GLU GLN conflict UNP 066529
BJ 155 LEU - expression tag | UNP 066529
BJ 156 GLU - expression tag | UNP 066529
BJ 157 HIS - expression tag | UNP 066529
BJ 158 HIS - expression tag | UNP 066529
BJ 159 HIS - expression tag | UNP 066529
BJ 160 HIS - expression tag | UNP 066529
BJ 161 HIS - expression tag | UNP 066529
BK 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
BK 83 GLU ARG conflict UNP 066529
BK 86 GLU THR conflict UNP 066529
BK 120 GLU THR conflict UNP 066529
BK 123 GLU GLN conflict UNP 066529
BK 155 LEU - expression tag | UNP 066529
BK 156 GLU - expression tag | UNP 066529
BK 157 HIS - expression tag | UNP 066529
BK 158 HIS - expression tag | UNP 066529
BK 159 HIS - expression tag | UNP 066529
BK 160 HIS - expression tag | UNP 066529
BK 161 HIS - expression tag | UNP 066529
BL 2 GLU GLN conflict UNP 066529
BL 83 GLU ARG conflict UNP 066529
BL 86 GLU THR conflict UNP 066529
BL 120 GLU THR conflict UNP 066529
BL 123 GLU GLN conflict UNP 066529
BL 155 LEU - expression tag | UNP 066529
BL 156 GLU - expression tag | UNP 066529
BL 157 HIS - expression tag | UNP 066529
BL 158 HIS - expression tag | UNP 066529
BL 159 HIS - expression tag | UNP 066529
BL 160 HIS - expression tag | UNP 066529
BL 161 HIS - expression tag | UNP 066529
BM 2 GLU GLN conflict UNP 066529
BM 83 GLU ARG conflict UNP 066529
BM 86 GLU THR conflict UNP 066529
BM 120 GLU THR conflict UNP 066529
BM 123 GLU GLN conflict UNP 066529
BM 155 LEU - expression tag | UNP 066529
BM 156 GLU - expression tag | UNP 066529
BM 157 HIS - expression tag | UNP 066529
BM 158 HIS - expression tag | UNP 066529
BM 159 HIS - expression tag | UNP 066529
BM 160 HIS - expression tag | UNP 066529
BM 161 HIS - expression tag | UNP 066529
BN 2 GLU GLN conflict UNP 066529
BN 83 GLU ARG conflict UNP 066529
BN 86 GLU THR conflict UNP 066529
BN 120 GLU THR conflict UNP 066529
BN 123 GLU GLN conflict UNP 066529
BN 155 LEU - expression tag | UNP 066529
BN 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
BN 157 HIS - expression tag | UNP 066529
BN 158 HIS - expression tag | UNP 066529
BN 159 HIS - expression tag | UNP 066529
BN 160 HIS - expression tag | UNP 066529
BN 161 HIS - expression tag | UNP 066529
BO 2 GLU GLN conflict UNP 066529
BO 83 GLU ARG conflict UNP 066529
BO 86 GLU THR conflict UNP 066529
BO 120 GLU THR conflict UNP 066529
BO 123 GLU GLN conflict UNP 066529
BO 155 LEU - expression tag | UNP 066529
BO 156 GLU - expression tag | UNP 066529
BO 157 HIS - expression tag | UNP 066529
BO 158 HIS - expression tag | UNP 066529
BO 159 HIS - expression tag | UNP 066529
BO 160 HIS - expression tag | UNP 066529
BO 161 HIS - expression tag | UNP 066529
CA 2 GLU GLN conflict UNP 066529
CA 83 GLU ARG conflict UNP 066529
CA 86 GLU THR conflict UNP 066529
CA 120 GLU THR conflict UNP 066529
CA 123 GLU GLN conflict UNP 066529
CA 155 LEU - expression tag | UNP 066529
CA 156 GLU - expression tag | UNP 066529
CA 157 HIS - expression tag | UNP 066529
CA 158 HIS - expression tag | UNP 066529
CA 159 HIS - expression tag | UNP 066529
CA 160 HIS - expression tag | UNP 066529
CA 161 HIS - expression tag | UNP 066529
CB 2 GLU GLN conflict UNP 066529
CB 83 GLU ARG conflict UNP 066529
CB 86 GLU THR conflict UNP 066529
CB 120 GLU THR conflict UNP 066529
CB 123 GLU GLN conflict UNP 066529
CB 155 LEU - expression tag | UNP 066529
CB 156 GLU - expression tag | UNP 066529
CB 157 HIS - expression tag | UNP 066529
CB 158 HIS - expression tag | UNP 066529
CB 159 HIS - expression tag | UNP 066529
CB 160 HIS - expression tag | UNP 066529
CB 161 HIS - expression tag | UNP 066529
CC 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
CC 83 GLU ARG conflict UNP 066529
CC 86 GLU THR conflict UNP 066529
CC 120 GLU THR conflict UNP 066529
CC 123 GLU GLN conflict UNP 066529
CcC 155 LEU - expression tag | UNP 066529
CC 156 GLU - expression tag | UNP 066529
CC 157 HIS - expression tag | UNP 066529
CC 158 HIS - expression tag | UNP 066529
CC 159 HIS - expression tag | UNP 066529
CC 160 HIS - expression tag | UNP 066529
CC 161 HIS - expression tag | UNP 066529
CD 2 GLU GLN conflict UNP 066529
CD 83 GLU ARG conflict UNP 066529
CD 86 GLU THR conflict UNP 066529
CD 120 GLU THR conflict UNP 066529
CD 123 GLU GLN conflict UNP 066529
CD 155 LEU - expression tag | UNP 066529
CD 156 GLU - expression tag | UNP 066529
CD 157 HIS - expression tag | UNP 066529
CD 158 HIS - expression tag | UNP 066529
CD 159 HIS - expression tag | UNP 066529
CD 160 HIS - expression tag | UNP 066529
CD 161 HIS - expression tag | UNP 066529
CE 2 GLU GLN conflict UNP 066529
CE 83 GLU ARG conflict UNP 066529
CE 86 GLU THR conflict UNP 066529
CE 120 GLU THR conflict UNP 066529
CE 123 GLU GLN conflict UNP 066529
CE 155 LEU - expression tag | UNP 066529
CE 156 GLU - expression tag | UNP 066529
CE 157 HIS - expression tag | UNP 066529
CE 158 HIS - expression tag | UNP 066529
CE 159 HIS - expression tag | UNP 066529
CE 160 HIS - expression tag | UNP 066529
CE 161 HIS - expression tag | UNP 066529
CF 2 GLU GLN conflict UNP 066529
CF 83 GLU ARG conflict UNP 066529
CF 86 GLU THR conflict UNP 066529
CF 120 GLU THR conflict UNP 066529
CF 123 GLU GLN conflict UNP 066529
CF 155 LEU - expression tag | UNP 066529
CF 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
CF 157 HIS - expression tag | UNP 066529
CF 158 HIS - expression tag | UNP 066529
CF 159 HIS - expression tag | UNP 066529
CF 160 HIS - expression tag | UNP 066529
CF 161 HIS - expression tag | UNP 066529
CG 2 GLU GLN conflict UNP 066529
CG 83 GLU ARG conflict UNP 066529
CG 86 GLU THR conflict UNP 066529
CG 120 GLU THR conflict UNP 066529
CG 123 GLU GLN conflict UNP 066529
CG 155 LEU - expression tag | UNP 066529
CcG 156 GLU - expression tag | UNP 066529
CG 157 HIS - expression tag | UNP 066529
CG 158 HIS - expression tag | UNP 066529
CG 159 HIS - expression tag | UNP 066529
CG 160 HIS - expression tag | UNP 066529
CG 161 HIS - expression tag | UNP 066529
CH 2 GLU GLN conflict UNP 066529
CH 83 GLU ARG conflict UNP 066529
CH 86 GLU THR conflict UNP 066529
CH 120 GLU THR conflict UNP 066529
CH 123 GLU GLN conflict UNP 066529
CH 155 LEU - expression tag | UNP 066529
CH 156 GLU - expression tag | UNP 066529
CH 157 HIS - expression tag | UNP 066529
CH 158 HIS - expression tag | UNP 066529
CH 159 HIS - expression tag | UNP 066529
CH 160 HIS - expression tag | UNP 066529
CH 161 HIS - expression tag | UNP 066529
CI 2 GLU GLN conflict UNP 066529
CI 83 GLU ARG conflict UNP 066529
CI 86 GLU THR conflict UNP 066529
CI 120 GLU THR conflict UNP 066529
CI 123 GLU GLN conflict UNP 066529
CI 155 LEU - expression tag | UNP 066529
CI 156 GLU - expression tag | UNP 066529
CI 157 HIS - expression tag | UNP 066529
CI 158 HIS - expression tag | UNP 066529
CI 159 HIS - expression tag | UNP 066529
CI 160 HIS - expression tag | UNP 066529
CI 161 HIS - expression tag | UNP 066529
CJ 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
CJ 83 GLU ARG conflict UNP 066529
ClJ 86 GLU THR conflict UNP 066529
ClJ 120 GLU THR conflict UNP 066529
CJ 123 GLU GLN conflict UNP 066529
ClJ 155 LEU - expression tag | UNP 066529
CJ 156 GLU - expression tag | UNP 066529
CJ 157 HIS - expression tag | UNP 066529
CJ 158 HIS - expression tag | UNP 066529
CJ 159 HIS - expression tag | UNP 066529
CJ 160 HIS - expression tag | UNP 066529
CJ 161 HIS - expression tag | UNP 066529
CK 2 GLU GLN conflict UNP 066529
CK 83 GLU ARG conflict UNP 066529
CK 86 GLU THR conflict UNP 066529
CK 120 GLU THR conflict UNP 066529
CK 123 GLU GLN conflict UNP 066529
CK 155 LEU - expression tag | UNP 066529
CK 156 GLU - expression tag | UNP 066529
CK 157 HIS - expression tag | UNP 066529
CK 158 HIS - expression tag | UNP 066529
CK 159 HIS - expression tag | UNP 066529
CK 160 HIS - expression tag | UNP 066529
CK 161 HIS - expression tag | UNP 066529
CL 2 GLU GLN conflict UNP 066529
CL 83 GLU ARG conflict UNP 066529
CL 86 GLU THR conflict UNP 066529
CL 120 GLU THR conflict UNP 066529
CL 123 GLU GLN conflict UNP 066529
CL 155 LEU - expression tag | UNP 066529
CL 156 GLU - expression tag | UNP 066529
CL 157 HIS - expression tag | UNP 066529
CL 158 HIS - expression tag | UNP 066529
CL 159 HIS - expression tag | UNP 066529
CL 160 HIS - expression tag | UNP 066529
CL 161 HIS - expression tag | UNP 066529
CM 2 GLU GLN conflict UNP 066529
CM 83 GLU ARG conflict UNP 066529
CM 86 GLU THR conflict UNP 066529
CM 120 GLU THR conflict UNP 066529
CM 123 GLU GLN conflict UNP 066529
CM 155 LEU - expression tag | UNP 066529
CM 156 GLU - expression tag | UNP 066529
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CM 157 HIS - expression tag | UNP 066529
CM 158 HIS - expression tag | UNP 066529
CM 159 HIS - expression tag | UNP 066529
CM 160 HIS - expression tag | UNP 066529
CM 161 HIS - expression tag | UNP 066529
CN 2 GLU GLN conflict UNP 066529
CN 83 GLU ARG conflict UNP 066529
CN 86 GLU THR conflict UNP 066529
CN 120 GLU THR conflict UNP 066529
CN 123 GLU GLN conflict UNP 066529
CN 155 LEU - expression tag | UNP 066529
CN 156 GLU - expression tag | UNP 066529
CN 157 HIS - expression tag | UNP 066529
CN 158 HIS - expression tag | UNP 066529
CN 159 HIS - expression tag | UNP 066529
CN 160 HIS - expression tag | UNP 066529
CN 161 HIS - expression tag | UNP 066529
CO 2 GLU GLN conflict UNP 066529
CO 83 GLU ARG conflict UNP 066529
CO 86 GLU THR conflict UNP 066529
CO 120 GLU THR conflict UNP 066529
CO 123 GLU GLN conflict UNP 066529
CO 155 LEU - expression tag | UNP 066529
CO 156 GLU - expression tag | UNP 066529
CO 157 HIS - expression tag | UNP 066529
CO 158 HIS - expression tag | UNP 066529
CO 159 HIS - expression tag | UNP 066529
CO 160 HIS - expression tag | UNP 066529
CO 161 HIS - expression tag | UNP 066529
DA 2 GLU GLN conflict UNP 066529
DA 83 GLU ARG conflict UNP 066529
DA 86 GLU THR conflict UNP 066529
DA 120 GLU THR conflict UNP 066529
DA 123 GLU GLN conflict UNP 066529
DA 155 LEU - expression tag | UNP 066529
DA 156 GLU - expression tag | UNP 066529
DA 157 HIS - expression tag | UNP 066529
DA 158 HIS - expression tag | UNP 066529
DA 159 HIS - expression tag | UNP 066529
DA 160 HIS - expression tag | UNP 066529
DA 161 HIS - expression tag | UNP 066529
DB 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
DB 83 GLU ARG conflict UNP 066529
DB 86 GLU THR conflict UNP 066529
DB 120 GLU THR conflict UNP 066529
DB 123 GLU GLN conflict UNP 066529
DB 155 LEU - expression tag | UNP 066529
DB 156 GLU - expression tag | UNP 066529
DB 157 HIS - expression tag | UNP 066529
DB 158 HIS - expression tag | UNP 066529
DB 159 HIS - expression tag | UNP 066529
DB 160 HIS - expression tag | UNP 066529
DB 161 HIS - expression tag | UNP 066529
DC 2 GLU GLN conflict UNP 066529
DC 83 GLU ARG conflict UNP 066529
DC 86 GLU THR conflict UNP 066529
DC 120 GLU THR conflict UNP 066529
DC 123 GLU GLN conflict UNP 066529
DC 155 LEU - expression tag | UNP 066529
DC 156 GLU - expression tag | UNP 066529
DC 157 HIS - expression tag | UNP 066529
DC 158 HIS - expression tag | UNP 066529
DC 159 HIS - expression tag | UNP 066529
DC 160 HIS - expression tag | UNP 066529
DC 161 HIS - expression tag | UNP 066529
DD 2 GLU GLN conflict UNP 066529
DD 83 GLU ARG conflict UNP 066529
DD 86 GLU THR conflict UNP 066529
DD 120 GLU THR conflict UNP 066529
DD 123 GLU GLN conflict UNP 066529
DD 155 LEU - expression tag | UNP 066529
DD 156 GLU - expression tag | UNP 066529
DD 157 HIS - expression tag | UNP 066529
DD 158 HIS - expression tag | UNP 066529
DD 159 HIS - expression tag | UNP 066529
DD 160 HIS - expression tag | UNP 066529
DD 161 HIS - expression tag | UNP 066529
DE 2 GLU GLN conflict UNP 066529
DE 83 GLU ARG conflict UNP 066529
DE 86 GLU THR conflict UNP 066529
DE 120 GLU THR conflict UNP 066529
DE 123 GLU GLN conflict UNP 066529
DE 155 LEU - expression tag | UNP 066529
DE 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
DE 157 HIS - expression tag | UNP 066529
DE 158 HIS - expression tag | UNP 066529
DE 159 HIS - expression tag | UNP 066529
DE 160 HIS - expression tag | UNP 066529
DE 161 HIS - expression tag | UNP 066529
DF 2 GLU GLN conflict UNP 066529
DF 83 GLU ARG conflict UNP 066529
DF 86 GLU THR conflict UNP 066529
DF 120 GLU THR conflict UNP 066529
DF 123 GLU GLN conflict UNP 066529
DF 155 LEU - expression tag | UNP 066529
DF 156 GLU - expression tag | UNP 066529
DF 157 HIS - expression tag | UNP 066529
DF 158 HIS - expression tag | UNP 066529
DF 159 HIS - expression tag | UNP 066529
DF 160 HIS - expression tag | UNP 066529
DF 161 HIS - expression tag | UNP 066529
DG 2 GLU GLN conflict UNP 066529
DG 83 GLU ARG conflict UNP 066529
DG 86 GLU THR conflict UNP 066529
DG 120 GLU THR conflict UNP 066529
DG 123 GLU GLN conflict UNP 066529
DG 155 LEU - expression tag | UNP 066529
DG 156 GLU - expression tag | UNP 066529
DG 157 HIS - expression tag | UNP 066529
DG 158 HIS - expression tag | UNP 066529
DG 159 HIS - expression tag | UNP 066529
DG 160 HIS - expression tag | UNP 066529
DG 161 HIS - expression tag | UNP 066529
DH 2 GLU GLN conflict UNP 066529
DH 83 GLU ARG conflict UNP 066529
DH 86 GLU THR conflict UNP 066529
DH 120 GLU THR conflict UNP 066529
DH 123 GLU GLN conflict UNP 066529
DH 155 LEU - expression tag | UNP 066529
DH 156 GLU - expression tag | UNP 066529
DH 157 HIS - expression tag | UNP 066529
DH 158 HIS - expression tag | UNP 066529
DH 159 HIS - expression tag | UNP 066529
DH 160 HIS - expression tag | UNP 066529
DH 161 HIS - expression tag | UNP 066529
DI 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
DI 83 GLU ARG conflict UNP 066529
DI 86 GLU THR conflict UNP 066529
DI 120 GLU THR conflict UNP 066529
DI 123 GLU GLN conflict UNP 066529
DI 155 LEU - expression tag | UNP 066529
DI 156 GLU - expression tag | UNP 066529
DI 157 HIS - expression tag | UNP 066529
DI 158 HIS - expression tag | UNP 066529
DI 159 HIS - expression tag | UNP 066529
DI 160 HIS - expression tag | UNP 066529
DI 161 HIS - expression tag | UNP 066529
DJ 2 GLU GLN conflict UNP 066529
DJ 83 GLU ARG conflict UNP 066529
DJ 86 GLU THR conflict UNP 066529
DJ 120 GLU THR conflict UNP 066529
DJ 123 GLU GLN conflict UNP 066529
DJ 155 LEU - expression tag | UNP 066529
DJ 156 GLU - expression tag | UNP 066529
DJ 157 HIS - expression tag | UNP 066529
DJ 158 HIS - expression tag | UNP 066529
DJ 159 HIS - expression tag | UNP 066529
DJ 160 HIS - expression tag | UNP 066529
DJ 161 HIS - expression tag | UNP 066529
DK 2 GLU GLN conflict UNP 066529
DK 83 GLU ARG conflict UNP 066529
DK 86 GLU THR conflict UNP 066529
DK 120 GLU THR conflict UNP 066529
DK 123 GLU GLN conflict UNP 066529
DK 155 LEU - expression tag | UNP 066529
DK 156 GLU - expression tag | UNP 066529
DK 157 HIS - expression tag | UNP 066529
DK 158 HIS - expression tag | UNP 066529
DK 159 HIS - expression tag | UNP 066529
DK 160 HIS - expression tag | UNP 066529
DK 161 HIS - expression tag | UNP 066529
DL 2 GLU GLN conflict UNP 066529
DL 83 GLU ARG conflict UNP 066529
DL 86 GLU THR conflict UNP 066529
DL 120 GLU THR conflict UNP 066529
DL 123 GLU GLN conflict UNP 066529
DL 155 LEU - expression tag | UNP 066529
DL 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
DL 157 HIS - expression tag | UNP 066529
DL 158 HIS - expression tag | UNP 066529
DL 159 HIS - expression tag | UNP 066529
DL 160 HIS - expression tag | UNP 066529
DL 161 HIS - expression tag | UNP 066529
DM 2 GLU GLN conflict UNP 066529
DM 83 GLU ARG conflict UNP 066529
DM 86 GLU THR conflict UNP 066529
DM 120 GLU THR conflict UNP 066529
DM 123 GLU GLN conflict UNP 066529
DM 155 LEU - expression tag | UNP 066529
DM 156 GLU - expression tag | UNP 066529
DM 157 HIS - expression tag | UNP 066529
DM 158 HIS - expression tag | UNP 066529
DM 159 HIS - expression tag | UNP 066529
DM 160 HIS - expression tag | UNP 066529
DM 161 HIS - expression tag | UNP 066529
DN 2 GLU GLN conflict UNP 066529
DN 83 GLU ARG conflict UNP 066529
DN 86 GLU THR conflict UNP 066529
DN 120 GLU THR conflict UNP 066529
DN 123 GLU GLN conflict UNP 066529
DN 155 LEU - expression tag | UNP 066529
DN 156 GLU - expression tag | UNP 066529
DN 157 HIS - expression tag | UNP 066529
DN 158 HIS - expression tag | UNP 066529
DN 159 HIS - expression tag | UNP 066529
DN 160 HIS - expression tag | UNP 066529
DN 161 HIS - expression tag | UNP 066529
DO 2 GLU GLN conflict UNP 066529
DO 83 GLU ARG conflict UNP 066529
DO 86 GLU THR conflict UNP 066529
DO 120 GLU THR conflict UNP 066529
DO 123 GLU GLN conflict UNP 066529
DO 155 LEU - expression tag | UNP 066529
DO 156 GLU - expression tag | UNP 066529
DO 157 HIS - expression tag | UNP 066529
DO 158 HIS - expression tag | UNP 066529
DO 159 HIS - expression tag | UNP 066529
DO 160 HIS - expression tag | UNP 066529
DO 161 HIS - expression tag | UNP 066529
EA 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
EA 83 GLU ARG conflict UNP 066529
EA 86 GLU THR conflict UNP 066529
EA 120 GLU THR conflict UNP 066529
EA 123 GLU GLN conflict UNP 066529
EA 155 LEU - expression tag | UNP 066529
EA 156 GLU - expression tag | UNP 066529
EA 157 HIS - expression tag | UNP 066529
EA 158 HIS - expression tag | UNP 066529
EA 159 HIS - expression tag | UNP 066529
EA 160 HIS - expression tag | UNP 066529
EA 161 HIS - expression tag | UNP 066529
EB 2 GLU GLN conflict UNP 066529
EB 83 GLU ARG conflict UNP 066529
EB 86 GLU THR conflict UNP 066529
EB 120 GLU THR conflict UNP 066529
EB 123 GLU GLN conflict UNP 066529
EB 155 LEU - expression tag | UNP 066529
EB 156 GLU - expression tag | UNP 066529
EB 157 HIS - expression tag | UNP 066529
EB 158 HIS - expression tag | UNP 066529
EB 159 HIS - expression tag | UNP 066529
EB 160 HIS - expression tag | UNP 066529
EB 161 HIS - expression tag | UNP 066529
EC 2 GLU GLN conflict UNP 066529
EC 83 GLU ARG conflict UNP 066529
EC 86 GLU THR conflict UNP 066529
EC 120 GLU THR conflict UNP 066529
EC 123 GLU GLN conflict UNP 066529
EC 155 LEU - expression tag | UNP 066529
EC 156 GLU - expression tag | UNP 066529
EC 157 HIS - expression tag | UNP 066529
EC 158 HIS - expression tag | UNP 066529
EC 159 HIS - expression tag | UNP 066529
EC 160 HIS - expression tag | UNP 066529
EC 161 HIS - expression tag | UNP 066529
ED 2 GLU GLN conflict UNP 066529
ED 83 GLU ARG conflict UNP 066529
ED 86 GLU THR conflict UNP 066529
ED 120 GLU THR conflict UNP 066529
ED 123 GLU GLN conflict UNP 066529
ED 155 LEU - expression tag | UNP 066529
ED 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
ED 157 HIS - expression tag | UNP 066529
ED 158 HIS - expression tag | UNP 066529
ED 159 HIS - expression tag | UNP 066529
ED 160 HIS - expression tag | UNP 066529
ED 161 HIS - expression tag | UNP 066529
EE 2 GLU GLN conflict UNP 066529
EE 83 GLU ARG conflict UNP 066529
EE 86 GLU THR conflict UNP 066529
EE 120 GLU THR conflict UNP 066529
EE 123 GLU GLN conflict UNP 066529
EE 155 LEU - expression tag | UNP 066529
EE 156 GLU - expression tag | UNP 066529
EE 157 HIS - expression tag | UNP 066529
EE 158 HIS - expression tag | UNP 066529
EE 159 HIS - expression tag | UNP 066529
EE 160 HIS - expression tag | UNP 066529
EE 161 HIS - expression tag | UNP 066529
EF 2 GLU GLN conflict UNP 066529
EF 83 GLU ARG conflict UNP 066529
EF 86 GLU THR conflict UNP 066529
EF 120 GLU THR conflict UNP 066529
EF 123 GLU GLN conflict UNP 066529
EF 155 LEU - expression tag | UNP 066529
EF 156 GLU - expression tag | UNP 066529
EF 157 HIS - expression tag | UNP 066529
EF 158 HIS - expression tag | UNP 066529
EF 159 HIS - expression tag | UNP 066529
EF 160 HIS - expression tag | UNP 066529
EF 161 HIS - expression tag | UNP 066529
EG 2 GLU GLN conflict UNP 066529
EG 83 GLU ARG conflict UNP 066529
EG 86 GLU THR conflict UNP 066529
EG 120 GLU THR conflict UNP 066529
EG 123 GLU GLN conflict UNP 066529
EG 155 LEU - expression tag | UNP 066529
EG 156 GLU - expression tag | UNP 066529
EG 157 HIS - expression tag | UNP 066529
EG 158 HIS - expression tag | UNP 066529
EG 159 HIS - expression tag | UNP 066529
EG 160 HIS - expression tag | UNP 066529
EG 161 HIS - expression tag | UNP 066529
EH 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
EH 83 GLU ARG conflict UNP 066529
EH 86 GLU THR conflict UNP 066529
EH 120 GLU THR conflict UNP 066529
EH 123 GLU GLN conflict UNP 066529
EH 155 LEU - expression tag | UNP 066529
EH 156 GLU - expression tag | UNP 066529
EH 157 HIS - expression tag | UNP 066529
EH 158 HIS - expression tag | UNP 066529
EH 159 HIS - expression tag | UNP 066529
EH 160 HIS - expression tag | UNP 066529
EH 161 HIS - expression tag | UNP 066529
EI 2 GLU GLN conflict UNP 066529
EI 83 GLU ARG conflict UNP 066529
EI 86 GLU THR conflict UNP 066529
EI 120 GLU THR conflict UNP 066529
El 123 GLU GLN conflict UNP 066529
EI 155 LEU - expression tag | UNP 066529
EI 156 GLU - expression tag | UNP 066529
ET 157 HIS - expression tag | UNP 066529
EIT 158 HIS - expression tag | UNP 066529
EI 159 HIS - expression tag | UNP 066529
EI 160 HIS - expression tag | UNP 066529
EI 161 HIS - expression tag | UNP 066529
EJ 2 GLU GLN conflict UNP 066529
EJ 83 GLU ARG conflict UNP 066529
EJ 86 GLU THR conflict UNP 066529
EJ 120 GLU THR conflict UNP 066529
EJ 123 GLU GLN conflict UNP 066529
EJ 155 LEU - expression tag | UNP 066529
EJ 156 GLU - expression tag | UNP 066529
EJ 157 HIS - expression tag | UNP 066529
EJ 158 HIS - expression tag | UNP 066529
EJ 159 HIS - expression tag | UNP 066529
EJ 160 HIS - expression tag | UNP 066529
EJ 161 HIS - expression tag | UNP 066529
EK 2 GLU GLN conflict UNP 066529
EK 83 GLU ARG conflict UNP 066529
EK 86 GLU THR conflict UNP 066529
EK 120 GLU THR conflict UNP 066529
EK 123 GLU GLN conflict UNP 066529
EK 155 LEU - expression tag | UNP 066529
EK 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
EK 157 HIS - expression tag | UNP 066529
EK 158 HIS - expression tag | UNP 066529
EK 159 HIS - expression tag | UNP 066529
EK 160 HIS - expression tag | UNP 066529
EK 161 HIS - expression tag | UNP 066529
EL 2 GLU GLN conflict UNP 066529
EL 83 GLU ARG conflict UNP 066529
EL 86 GLU THR conflict UNP 066529
EL 120 GLU THR conflict UNP 066529
EL 123 GLU GLN conflict UNP 066529
EL 155 LEU - expression tag | UNP 066529
EL 156 GLU - expression tag | UNP 066529
EL 157 HIS - expression tag | UNP 066529
EL 158 HIS - expression tag | UNP 066529
EL 159 HIS - expression tag | UNP 066529
EL 160 HIS - expression tag | UNP 066529
EL 161 HIS - expression tag | UNP 066529
EM 2 GLU GLN conflict UNP 066529
EM 83 GLU ARG conflict UNP 066529
EM 86 GLU THR conflict UNP 066529
EM 120 GLU THR conflict UNP 066529
EM 123 GLU GLN conflict UNP 066529
EM 155 LEU - expression tag | UNP 066529
EM 156 GLU - expression tag | UNP 066529
EM 157 HIS - expression tag | UNP 066529
EM 158 HIS - expression tag | UNP 066529
EM 159 HIS - expression tag | UNP 066529
EM 160 HIS - expression tag | UNP 066529
EM 161 HIS - expression tag | UNP 066529
EN 2 GLU GLN conflict UNP 066529
EN 83 GLU ARG conflict UNP 066529
EN 86 GLU THR conflict UNP 066529
EN 120 GLU THR conflict UNP 066529
EN 123 GLU GLN conflict UNP 066529
EN 155 LEU - expression tag | UNP 066529
EN 156 GLU - expression tag | UNP 066529
EN 157 HIS - expression tag | UNP 066529
EN 158 HIS - expression tag | UNP 066529
EN 159 HIS - expression tag | UNP 066529
EN 160 HIS - expression tag | UNP 066529
EN 161 HIS - expression tag | UNP 066529
EO 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
EO 83 GLU ARG conflict UNP 066529
EO 86 GLU THR conflict UNP 066529
EO 120 GLU THR conflict UNP 066529
EO 123 GLU GLN conflict UNP 066529
EO 155 LEU - expression tag | UNP 066529
EO 156 GLU - expression tag | UNP 066529
EO 157 HIS - expression tag | UNP 066529
EO 158 HIS - expression tag | UNP 066529
EO 159 HIS - expression tag | UNP 066529
EO 160 HIS - expression tag | UNP 066529
EO 161 HIS - expression tag | UNP 066529
FA 2 GLU GLN conflict UNP 066529
FA 83 GLU ARG conflict UNP 066529
FA 86 GLU THR conflict UNP 066529
FA 120 GLU THR conflict UNP 066529
FA 123 GLU GLN conflict UNP 066529
FA 155 LEU - expression tag | UNP 066529
FA 156 GLU - expression tag | UNP 066529
FA 157 HIS - expression tag | UNP 066529
FA 158 HIS - expression tag | UNP 066529
FA 159 HIS - expression tag | UNP 066529
FA 160 HIS - expression tag | UNP 066529
FA 161 HIS - expression tag | UNP 066529
FB 2 GLU GLN conflict UNP 066529
FB 83 GLU ARG conflict UNP 066529
FB 86 GLU THR conflict UNP 066529
FB 120 GLU THR conflict UNP 066529
FB 123 GLU GLN conflict UNP 066529
FB 155 LEU - expression tag | UNP 066529
FB 156 GLU - expression tag | UNP 066529
FB 157 HIS - expression tag | UNP 066529
FB 158 HIS - expression tag | UNP 066529
FB 159 HIS - expression tag | UNP 066529
FB 160 HIS - expression tag | UNP 066529
FB 161 HIS - expression tag | UNP 066529
FC 2 GLU GLN conflict UNP 066529
FC 83 GLU ARG conflict UNP 066529
FC 86 GLU THR conflict UNP 066529
FC 120 GLU THR conflict UNP 066529
FC 123 GLU GLN conflict UNP 066529
FC 155 LEU - expression tag | UNP 066529
FC 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
FC 157 HIS - expression tag | UNP 066529
FC 158 HIS - expression tag | UNP 066529
FC 159 HIS - expression tag | UNP 066529
FC 160 HIS - expression tag | UNP 066529
FC 161 HIS - expression tag | UNP 066529
FD 2 GLU GLN conflict UNP 066529
FD 83 GLU ARG conflict UNP 066529
FD 86 GLU THR conflict UNP 066529
FD 120 GLU THR conflict UNP 066529
FD 123 GLU GLN conflict UNP 066529
FD 155 LEU - expression tag | UNP 066529
FD 156 GLU - expression tag | UNP 066529
FD 157 HIS - expression tag | UNP 066529
FD 158 HIS - expression tag | UNP 066529
FD 159 HIS - expression tag | UNP 066529
FD 160 HIS - expression tag | UNP 066529
FD 161 HIS - expression tag | UNP 066529
FE 2 GLU GLN conflict UNP 066529
FE 83 GLU ARG conflict UNP 066529
FE 86 GLU THR conflict UNP 066529
FE 120 GLU THR conflict UNP 066529
FE 123 GLU GLN conflict UNP 066529
FE 155 LEU - expression tag | UNP 066529
FE 156 GLU - expression tag | UNP 066529
FE 157 HIS - expression tag | UNP 066529
FE 158 HIS - expression tag | UNP 066529
FE 159 HIS - expression tag | UNP 066529
FE 160 HIS - expression tag | UNP 066529
FE 161 HIS - expression tag | UNP 066529
FF 2 GLU GLN conflict UNP 066529
FF 83 GLU ARG conflict UNP 066529
FF 86 GLU THR conflict UNP 066529
FF 120 GLU THR conflict UNP 066529
FF 123 GLU GLN conflict UNP 066529
FF 155 LEU - expression tag | UNP 066529
FF 156 GLU - expression tag | UNP 066529
I'F 157 HIS - expression tag | UNP 066529
FF 158 HIS - expression tag | UNP 066529
FF 159 HIS - expression tag | UNP 066529
FF 160 HIS - expression tag | UNP 066529
FF 161 HIS - expression tag | UNP 066529
FG 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
FG 83 GLU ARG conflict UNP 066529
FG 86 GLU THR conflict UNP 066529
FG 120 GLU THR conflict UNP 066529
FG 123 GLU GLN conflict UNP 066529
FG 155 LEU - expression tag | UNP 066529
FG 156 GLU - expression tag | UNP 066529
FG 157 HIS - expression tag | UNP 066529
FG 158 HIS - expression tag | UNP 066529
FG 159 HIS - expression tag | UNP 066529
FG 160 HIS - expression tag | UNP 066529
FG 161 HIS - expression tag | UNP 066529
FH 2 GLU GLN conflict UNP 066529
FH 83 GLU ARG conflict UNP 066529
FH 86 GLU THR conflict UNP 066529
FH 120 GLU THR conflict UNP 066529
FH 123 GLU GLN conflict UNP 066529
FH 155 LEU - expression tag | UNP 066529
FH 156 GLU - expression tag | UNP 066529
FH 157 HIS - expression tag | UNP 066529
FH 158 HIS - expression tag | UNP 066529
FH 159 HIS - expression tag | UNP 066529
FH 160 HIS - expression tag | UNP 066529
FH 161 HIS - expression tag | UNP 066529
FI 2 GLU GLN conflict UNP 066529
FI 83 GLU ARG conflict UNP 066529
FT 86 GLU THR conflict UNP 066529
FI 120 GLU THR conflict UNP 066529
FI 123 GLU GLN conflict UNP 066529
FI 155 LEU - expression tag | UNP 066529
I 156 GLU - expression tag | UNP 066529
FI 157 HIS - expression tag | UNP 066529
FT 158 HIS - expression tag | UNP 066529
FI 159 HIS - expression tag | UNP 066529
FI 160 HIS - expression tag | UNP 066529
FI 161 HIS - expression tag | UNP 066529
FJ 2 GLU GLN conflict UNP 066529
FJ 83 GLU ARG conflict UNP 066529
FJ 86 GLU THR conflict UNP 066529
FJ 120 GLU THR conflict UNP 066529
FJ 123 GLU GLN conflict UNP 066529
FJ 155 LEU - expression tag | UNP 066529
FJ 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
FJ 157 HIS - expression tag | UNP 066529
FJ 158 HIS - expression tag | UNP 066529
FJ 159 HIS - expression tag | UNP 066529
FJ 160 HIS - expression tag | UNP 066529
FJ 161 HIS - expression tag | UNP 066529
FK 2 GLU GLN conflict UNP 066529
FK 83 GLU ARG conflict UNP 066529
FK 86 GLU THR conflict UNP 066529
FK 120 GLU THR conflict UNP 066529
FK 123 GLU GLN conflict UNP 066529
FK 155 LEU - expression tag | UNP 066529
FK 156 GLU - expression tag | UNP 066529
FK 157 HIS - expression tag | UNP 066529
FK 158 HIS - expression tag | UNP 066529
FK 159 HIS - expression tag | UNP 066529
FK 160 HIS - expression tag | UNP 066529
K 161 HIS - expression tag | UNP 066529
FL 2 GLU GLN conflict UNP 066529
FL 83 GLU ARG conflict UNP 066529
FL 86 GLU THR conflict UNP 066529
FL 120 GLU THR conflict UNP 066529
FL 123 GLU GLN conflict UNP 066529
FL 155 LEU - expression tag | UNP 066529
FL 156 GLU - expression tag | UNP 066529
FL 157 HIS - expression tag | UNP 066529
FL 158 HIS - expression tag | UNP 066529
FL 159 HIS - expression tag | UNP 066529
FL 160 HIS - expression tag | UNP 066529
FL 161 HIS - expression tag | UNP 066529
FM 2 GLU GLN conflict UNP 066529
FM 83 GLU ARG conflict UNP 066529
FM 86 GLU THR conflict UNP 066529
FM 120 GLU THR conflict UNP 066529
FM 123 GLU GLN conflict UNP 066529
FM 155 LEU - expression tag | UNP 066529
FM 156 GLU - expression tag | UNP 066529
M 157 HIS - expression tag | UNP 066529
FM 158 HIS - expression tag | UNP 066529
FM 159 HIS - expression tag | UNP 066529
FM 160 HIS - expression tag | UNP 066529
FM 161 HIS - expression tag | UNP 066529
FN 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
FN 83 GLU ARG conflict UNP 066529
FN 86 GLU THR conflict UNP 066529
FN 120 GLU THR conflict UNP 066529
FN 123 GLU GLN conflict UNP 066529
FN 155 LEU - expression tag | UNP 066529
FN 156 GLU - expression tag | UNP 066529
FN 157 HIS - expression tag | UNP 066529
FN 158 HIS - expression tag | UNP 066529
FN 159 HIS - expression tag | UNP 066529
FN 160 HIS - expression tag | UNP 066529
FN 161 HIS - expression tag | UNP 066529
FO 2 GLU GLN conflict UNP 066529
FO 83 GLU ARG conflict UNP 066529
FO 86 GLU THR conflict UNP 066529
FO 120 GLU THR conflict UNP 066529
FO 123 GLU GLN conflict UNP 066529
FO 155 LEU - expression tag | UNP 066529
FO 156 GLU - expression tag | UNP 066529
FO 157 HIS - expression tag | UNP 066529
FO 158 HIS - expression tag | UNP 066529
FO 159 HIS - expression tag | UNP 066529
FO 160 HIS - expression tag | UNP 066529
FO 161 HIS - expression tag | UNP 066529
GA 2 GLU GLN conflict UNP 066529
GA 83 GLU ARG conflict UNP 066529
GA 86 GLU THR conflict UNP 066529
GA 120 GLU THR conflict UNP 066529
GA 123 GLU GLN conflict UNP 066529
GA 155 LEU - expression tag | UNP 066529
GA 156 GLU - expression tag | UNP 066529
GA 157 HIS - expression tag | UNP 066529
GA 158 HIS - expression tag | UNP 066529
GA 159 HIS - expression tag | UNP 066529
GA 160 HIS - expression tag | UNP 066529
GA 161 HIS - expression tag | UNP 066529
GB 2 GLU GLN conflict UNP 066529
GB 83 GLU ARG conflict UNP 066529
GB 86 GLU THR conflict UNP 066529
GB 120 GLU THR conflict UNP 066529
GB 123 GLU GLN conflict UNP 066529
GB 155 LEU - expression tag | UNP 066529
GB 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
GB 157 HIS - expression tag | UNP 066529
GB 158 HIS - expression tag | UNP 066529
GB 159 HIS - expression tag | UNP 066529
GB 160 HIS - expression tag | UNP 066529
GB 161 HIS - expression tag | UNP 066529
GC 2 GLU GLN conflict UNP 066529
GC 83 GLU ARG conflict UNP 066529
GC 86 GLU THR conflict UNP 066529
GC 120 GLU THR conflict UNP 066529
GC 123 GLU GLN conflict UNP 066529
GC 155 LEU - expression tag | UNP 066529
GC 156 GLU - expression tag | UNP 066529
GC 157 HIS - expression tag | UNP 066529
GC 158 HIS - expression tag | UNP 066529
GC 159 HIS - expression tag | UNP 066529
GC 160 HIS - expression tag | UNP 066529
GC 161 HIS - expression tag | UNP 066529
GD 2 GLU GLN conflict UNP 066529
GD 83 GLU ARG conflict UNP 066529
GD 86 GLU THR conflict UNP 066529
GD 120 GLU THR conflict UNP 066529
GD 123 GLU GLN conflict UNP 066529
GD 155 LEU - expression tag | UNP 066529
GD 156 GLU - expression tag | UNP 066529
GD 157 HIS - expression tag | UNP 066529
GD 158 HIS - expression tag | UNP 066529
GD 159 HIS - expression tag | UNP 066529
GD 160 HIS - expression tag | UNP 066529
GD 161 HIS - expression tag | UNP 066529
GE 2 GLU GLN conflict UNP 066529
GE 83 GLU ARG conflict UNP 066529
GE 86 GLU THR conflict UNP 066529
GE 120 GLU THR conflict UNP 066529
GE 123 GLU GLN conflict UNP 066529
GE 155 LEU - expression tag | UNP 066529
GE 156 GLU - expression tag | UNP 066529
GE 157 HIS - expression tag | UNP 066529
GE 158 HIS - expression tag | UNP 066529
GE 159 HIS - expression tag | UNP 066529
GE 160 HIS - expression tag | UNP 066529
GE 161 HIS - expression tag | UNP 066529
GF 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
GF 83 GLU ARG conflict UNP 066529
GF 86 GLU THR conflict UNP 066529
GF 120 GLU THR conflict UNP 066529
GF 123 GLU GLN conflict UNP 066529
GF 155 LEU - expression tag | UNP 066529
GF 156 GLU - expression tag | UNP 066529
GF 157 HIS - expression tag | UNP 066529
GF 158 HIS - expression tag | UNP 066529
GF 159 HIS - expression tag | UNP 066529
GF 160 HIS - expression tag | UNP 066529
GF 161 HIS - expression tag | UNP 066529
GG 2 GLU GLN conflict UNP 066529
GG 83 GLU ARG conflict UNP 066529
GG 86 GLU THR conflict UNP 066529
GG 120 GLU THR conflict UNP 066529
GG 123 GLU GLN conflict UNP 066529
GG 155 LEU - expression tag | UNP 066529
GG 156 GLU - expression tag | UNP 066529
GG 157 HIS - expression tag | UNP 066529
GG 158 HIS - expression tag | UNP 066529
GG 159 HIS - expression tag | UNP 066529
GG 160 HIS - expression tag | UNP 066529
GG 161 HIS - expression tag | UNP 066529
GH 2 GLU GLN conflict UNP 066529
GH 83 GLU ARG conflict UNP 066529
GH 86 GLU THR conflict UNP 066529
GH 120 GLU THR conflict UNP 066529
GH 123 GLU GLN conflict UNP 066529
GH 155 LEU - expression tag | UNP 066529
GH 156 GLU - expression tag | UNP 066529
GH 157 HIS - expression tag | UNP 066529
GH 158 HIS - expression tag | UNP 066529
GH 159 HIS - expression tag | UNP 066529
GH 160 HIS - expression tag | UNP 066529
GH 161 HIS - expression tag | UNP 066529
GI 2 GLU GLN conflict UNP 066529
GI 83 GLU ARG conflict UNP 066529
GI 86 GLU THR conflict UNP 066529
GI 120 GLU THR conflict UNP 066529
GI 123 GLU GLN conflict UNP 066529
GI 155 LEU - expression tag | UNP 066529
GI 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
GI 157 HIS - expression tag | UNP 066529
GI 158 HIS - expression tag | UNP 066529
GI 159 HIS - expression tag | UNP 066529
GI 160 HIS - expression tag | UNP 066529
GI 161 HIS - expression tag | UNP 066529
GJ 2 GLU GLN conflict UNP 066529
GJ 83 GLU ARG conflict UNP 066529
GJ 86 GLU THR conflict UNP 066529
GJ 120 GLU THR conflict UNP 066529
GJ 123 GLU GLN conflict UNP 066529
GJ 155 LEU - expression tag | UNP 066529
GJ 156 GLU - expression tag | UNP 066529
GJ 157 HIS - expression tag | UNP 066529
GJ 158 HIS - expression tag | UNP 066529
GJ 159 HIS - expression tag | UNP 066529
GJ 160 HIS - expression tag | UNP 066529
GJ 161 HIS - expression tag | UNP 066529
GK 2 GLU GLN conflict UNP 066529
GK 83 GLU ARG conflict UNP 066529
GK 86 GLU THR conflict UNP 066529
GK 120 GLU THR conflict UNP 066529
GK 123 GLU GLN conflict UNP 066529
GK 155 LEU - expression tag | UNP 066529
GK 156 GLU - expression tag | UNP 066529
GK 157 HIS - expression tag | UNP 066529
GK 158 HIS - expression tag | UNP 066529
GK 159 HIS - expression tag | UNP 066529
GK 160 HIS - expression tag | UNP 066529
GK 161 HIS - expression tag | UNP 066529
GL 2 GLU GLN conflict UNP 066529
GL 83 GLU ARG conflict UNP 066529
GL 86 GLU THR conflict UNP 066529
GL 120 GLU THR conflict UNP 066529
GL 123 GLU GLN conflict UNP 066529
GL 155 LEU - expression tag | UNP 066529
GL 156 GLU - expression tag | UNP 066529
GL 157 HIS - expression tag | UNP 066529
GL 158 HIS - expression tag | UNP 066529
GL 159 HIS - expression tag | UNP 066529
GL 160 HIS - expression tag | UNP 066529
GL 161 HIS - expression tag | UNP 066529
GM 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
GM 83 GLU ARG conflict UNP 066529
GM 86 GLU THR conflict UNP 066529
GM 120 GLU THR conflict UNP 066529
GM 123 GLU GLN conflict UNP 066529
GM 155 LEU - expression tag | UNP 066529
GM 156 GLU - expression tag | UNP 066529
GM 157 HIS - expression tag | UNP 066529
GM 158 HIS - expression tag | UNP 066529
GM 159 HIS - expression tag | UNP 066529
GM 160 HIS - expression tag | UNP 066529
GM 161 HIS - expression tag | UNP 066529
GN 2 GLU GLN conflict UNP 066529
GN 83 GLU ARG conflict UNP 066529
GN 86 GLU THR conflict UNP 066529
GN 120 GLU THR conflict UNP 066529
GN 123 GLU GLN conflict UNP 066529
GN 155 LEU - expression tag | UNP 066529
GN 156 GLU - expression tag | UNP 066529
GN 157 HIS - expression tag | UNP 066529
GN 158 HIS - expression tag | UNP 066529
GN 159 HIS - expression tag | UNP 066529
GN 160 HIS - expression tag | UNP 066529
GN 161 HIS - expression tag | UNP 066529
GO 2 GLU GLN conflict UNP 066529
GO 83 GLU ARG conflict UNP 066529
GO 86 GLU THR conflict UNP 066529
GO 120 GLU THR conflict UNP 066529
GO 123 GLU GLN conflict UNP 066529
GO 155 LEU - expression tag | UNP 066529
GO 156 GLU - expression tag | UNP 066529
GO 157 HIS - expression tag | UNP 066529
GO 158 HIS - expression tag | UNP 066529
GO 159 HIS - expression tag | UNP 066529
GO 160 HIS - expression tag | UNP 066529
GO 161 HIS - expression tag | UNP 066529
HA 2 GLU GLN conflict UNP 066529
HA 83 GLU ARG conflict UNP 066529
HA 86 GLU THR conflict UNP 066529
HA 120 GLU THR conflict UNP 066529
HA 123 GLU GLN conflict UNP 066529
HA 155 LEU - expression tag | UNP 066529
HA 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
HA 157 HIS - expression tag | UNP 066529
HA 158 HIS - expression tag | UNP 066529
HA 159 HIS - expression tag | UNP 066529
HA 160 HIS - expression tag | UNP 066529
HA 161 HIS - expression tag | UNP 066529
HB 2 GLU GLN conflict UNP 066529
HB 83 GLU ARG conflict UNP 066529
HB 86 GLU THR conflict UNP 066529
HB 120 GLU THR conflict UNP 066529
HB 123 GLU GLN conflict UNP 066529
HB 155 LEU - expression tag | UNP 066529
HB 156 GLU - expression tag | UNP 066529
HB 157 HIS - expression tag | UNP 066529
HB 158 HIS - expression tag | UNP 066529
HB 159 HIS - expression tag | UNP 066529
HB 160 HIS - expression tag | UNP 066529
HB 161 HIS - expression tag | UNP 066529
HC 2 GLU GLN conflict UNP 066529
HC 83 GLU ARG conflict UNP 066529
HC 86 GLU THR conflict UNP 066529
HC 120 GLU THR conflict UNP 066529
HC 123 GLU GLN conflict UNP 066529
HC 155 LEU - expression tag | UNP 066529
HC 156 GLU - expression tag | UNP 066529
HC 157 HIS - expression tag | UNP 066529
HC 158 HIS - expression tag | UNP 066529
HC 159 HIS - expression tag | UNP 066529
HC 160 HIS - expression tag | UNP 066529
HC 161 HIS - expression tag | UNP 066529
HD 2 GLU GLN conflict UNP 066529
HD 83 GLU ARG conflict UNP 066529
HD 86 GLU THR conflict UNP 066529
HD 120 GLU THR conflict UNP 066529
HD 123 GLU GLN conflict UNP 066529
HD 155 LEU - expression tag | UNP 066529
HD 156 GLU - expression tag | UNP 066529
HD 157 HIS - expression tag | UNP 066529
HD 158 HIS - expression tag | UNP 066529
HD 159 HIS - expression tag | UNP 066529
HD 160 HIS - expression tag | UNP 066529
HD 161 HIS - expression tag | UNP 066529
HE 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
HE 83 GLU ARG conflict UNP 066529
HE 86 GLU THR conflict UNP 066529
HE 120 GLU THR conflict UNP 066529
HE 123 GLU GLN conflict UNP 066529
HE 155 LEU - expression tag | UNP 066529
HE 156 GLU - expression tag | UNP 066529
HE 157 HIS - expression tag | UNP 066529
HE 158 HIS - expression tag | UNP 066529
HE 159 HIS - expression tag | UNP 066529
HE 160 HIS - expression tag | UNP 066529
HE 161 HIS - expression tag | UNP 066529
HF 2 GLU GLN conflict UNP 066529
HF 83 GLU ARG conflict UNP 066529
HF 86 GLU THR conflict UNP 066529
HF 120 GLU THR conflict UNP 066529
HF 123 GLU GLN conflict UNP 066529
HF 155 LEU - expression tag | UNP 066529
HF 156 GLU - expression tag | UNP 066529
HF 157 HIS - expression tag | UNP 066529
HF 158 HIS - expression tag | UNP 066529
HF 159 HIS - expression tag | UNP 066529
HF 160 HIS - expression tag | UNP 066529
HF 161 HIS - expression tag | UNP 066529
HG 2 GLU GLN conflict UNP 066529
HG 83 GLU ARG conflict UNP 066529
HG 86 GLU THR conflict UNP 066529
HG 120 GLU THR conflict UNP 066529
HG 123 GLU GLN conflict UNP 066529
HG 155 LEU - expression tag | UNP 066529
HG 156 GLU - expression tag | UNP 066529
HG 157 HIS - expression tag | UNP 066529
HG 158 HIS - expression tag | UNP 066529
HG 159 HIS - expression tag | UNP 066529
HG 160 HIS - expression tag | UNP 066529
HG 161 HIS - expression tag | UNP 066529
HH 2 GLU GLN conflict UNP 066529
HH 83 GLU ARG conflict UNP 066529
HH 86 GLU THR conflict UNP 066529
HH 120 GLU THR conflict UNP 066529
HH 123 GLU GLN conflict UNP 066529
HH 155 LEU - expression tag | UNP 066529
HH 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
HH 157 HIS - expression tag | UNP 066529
HH 158 HIS - expression tag | UNP 066529
HH 159 HIS - expression tag | UNP 066529
HH 160 HIS - expression tag | UNP 066529
HH 161 HIS - expression tag | UNP 066529
HI 2 GLU GLN conflict UNP 066529
HI 83 GLU ARG conflict UNP 066529
HI 86 GLU THR conflict UNP 066529
HI 120 GLU THR conflict UNP 066529
HI 123 GLU GLN conflict UNP 066529
HI 155 LEU - expression tag | UNP 066529
HI 156 GLU - expression tag | UNP 066529
HI 157 HIS - expression tag | UNP 066529
HI 158 HIS - expression tag | UNP 066529
HI 159 HIS - expression tag | UNP 066529
HI 160 HIS - expression tag | UNP 066529
HI 161 HIS - expression tag | UNP 066529
HJ 2 GLU GLN conflict UNP 066529
HJ 83 GLU ARG conflict UNP 066529
HJ 86 GLU THR conflict UNP 066529
HJ 120 GLU THR conflict UNP 066529
HJ 123 GLU GLN conflict UNP 066529
HJ 155 LEU - expression tag | UNP 066529
HJ 156 GLU - expression tag | UNP 066529
HJ 157 HIS - expression tag | UNP 066529
HJ 158 HIS - expression tag | UNP 066529
HJ 159 HIS - expression tag | UNP 066529
HJ 160 HIS - expression tag | UNP 066529
HJ 161 HIS - expression tag | UNP 066529
HK 2 GLU GLN conflict UNP 066529
HK 83 GLU ARG conflict UNP 066529
HK 86 GLU THR conflict UNP 066529
HK 120 GLU THR conflict UNP 066529
HK 123 GLU GLN conflict UNP 066529
HK 155 LEU - expression tag | UNP 066529
HK 156 GLU - expression tag | UNP 066529
HK 157 HIS - expression tag | UNP 066529
HK 158 HIS - expression tag | UNP 066529
HK 159 HIS - expression tag | UNP 066529
HK 160 HIS - expression tag | UNP 066529
HK 161 HIS - expression tag | UNP 066529
HL 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
HL 83 GLU ARG conflict UNP 066529
HL 86 GLU THR conflict UNP 066529
HL 120 GLU THR conflict UNP 066529
HL 123 GLU GLN conflict UNP 066529
HL 155 LEU - expression tag | UNP 066529
HL 156 GLU - expression tag | UNP 066529
HL 157 HIS - expression tag | UNP 066529
HL 158 HIS - expression tag | UNP 066529
HL 159 HIS - expression tag | UNP 066529
HL 160 HIS - expression tag | UNP 066529
HL 161 HIS - expression tag | UNP 066529
HM 2 GLU GLN conflict UNP 066529
HM 83 GLU ARG conflict UNP 066529
HM 86 GLU THR conflict UNP 066529
HM 120 GLU THR conflict UNP 066529
HM 123 GLU GLN conflict UNP 066529
HM 155 LEU - expression tag | UNP 066529
HM 156 GLU - expression tag | UNP 066529
HM 157 HIS - expression tag | UNP 066529
HM 158 HIS - expression tag | UNP 066529
HM 159 HIS - expression tag | UNP 066529
HM 160 HIS - expression tag | UNP 066529
HM 161 HIS - expression tag | UNP 066529
HN 2 GLU GLN conflict UNP 066529
HN 83 GLU ARG conflict UNP 066529
HN 86 GLU THR conflict UNP 066529
HN 120 GLU THR conflict UNP 066529
HN 123 GLU GLN conflict UNP 066529
HN 155 LEU - expression tag | UNP 066529
HN 156 GLU - expression tag | UNP 066529
HN 157 HIS - expression tag | UNP 066529
HN 158 HIS - expression tag | UNP 066529
HN 159 HIS - expression tag | UNP 066529
HN 160 HIS - expression tag | UNP 066529
HN 161 HIS - expression tag | UNP 066529
HO 2 GLU GLN conflict UNP 066529
HO 83 GLU ARG conflict UNP 066529
HO 86 GLU THR conflict UNP 066529
HO 120 GLU THR conflict UNP 066529
HO 123 GLU GLN conflict UNP 066529
HO 155 LEU - expression tag | UNP 066529
HO 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
HO 157 HIS - expression tag | UNP 066529
HO 158 HIS - expression tag | UNP 066529
HO 159 HIS - expression tag | UNP 066529
HO 160 HIS - expression tag | UNP 066529
HO 161 HIS - expression tag | UNP 066529
TA 2 GLU GLN conflict UNP 066529
TA 83 GLU ARG conflict UNP 066529
IA 86 GLU THR conflict UNP 066529
IA 120 GLU THR conflict UNP 066529
IA 123 GLU GLN conflict UNP 066529
IA 155 LEU - expression tag | UNP 066529
TA 156 GLU - expression tag | UNP 066529
TA 157 HIS - expression tag | UNP 066529
TA 158 HIS - expression tag | UNP 066529
IA 159 HIS - expression tag | UNP 066529
IA 160 HIS - expression tag | UNP 066529
IA 161 HIS - expression tag | UNP 066529
IB 2 GLU GLN conflict UNP 066529
IB 83 GLU ARG conflict UNP 066529
IB 86 GLU THR conflict UNP 066529
IB 120 GLU THR conflict UNP 066529
IB 123 GLU GLN conflict UNP 066529
IB 155 LEU - expression tag | UNP 066529
IB 156 GLU - expression tag | UNP 066529
IB 157 HIS - expression tag | UNP 066529
IB 158 HIS - expression tag | UNP 066529
IB 159 HIS - expression tag | UNP 066529
IB 160 HIS - expression tag | UNP 066529
IB 161 HIS - expression tag | UNP 066529
IC 2 GLU GLN conflict UNP 066529
IC 83 GLU ARG conflict UNP 066529
IC 86 GLU THR conflict UNP 066529
IC 120 GLU THR conflict UNP 066529
IC 123 GLU GLN conflict UNP 066529
IC 155 LEU - expression tag | UNP 066529
IC 156 GLU - expression tag | UNP 066529
IC 157 HIS - expression tag | UNP 066529
IC 158 HIS - expression tag | UNP 066529
IC 159 HIS - expression tag | UNP 066529
IC 160 HIS - expression tag | UNP 066529
IC 161 HIS - expression tag | UNP 066529
ID 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
ID 83 GLU ARG conflict UNP 066529
ID 86 GLU THR conflict UNP 066529
ID 120 GLU THR conflict UNP 066529
ID 123 GLU GLN conflict UNP 066529
ID 155 LEU - expression tag | UNP 066529
ID 156 GLU - expression tag | UNP 066529
ID 157 HIS - expression tag | UNP 066529
ID 158 HIS - expression tag | UNP 066529
ID 159 HIS - expression tag | UNP 066529
ID 160 HIS - expression tag | UNP 066529
ID 161 HIS - expression tag | UNP 066529
IE 2 GLU GLN conflict UNP 066529
IE 83 GLU ARG conflict UNP 066529
IE 86 GLU THR conflict UNP 066529
IE 120 GLU THR conflict UNP 066529
IE 123 GLU GLN conflict UNP 066529
IE 155 LEU - expression tag | UNP 066529
IE 156 GLU - expression tag | UNP 066529
IE 157 HIS - expression tag | UNP 066529
IE 158 HIS - expression tag | UNP 066529
IE 159 HIS - expression tag | UNP 066529
IE 160 HIS - expression tag | UNP 066529
IE 161 HIS - expression tag | UNP 066529
IF 2 GLU GLN conflict UNP 066529
IF 83 GLU ARG conflict UNP 066529
IF 86 GLU THR conflict UNP 066529
IF 120 GLU THR conflict UNP 066529
IF 123 GLU GLN conflict UNP 066529
IF 155 LEU - expression tag | UNP 066529
IF 156 GLU - expression tag | UNP 066529
IF 157 HIS - expression tag | UNP 066529
IF 158 HIS - expression tag | UNP 066529
IF 159 HIS - expression tag | UNP 066529
IF 160 HIS - expression tag | UNP 066529
IF 161 HIS - expression tag | UNP 066529
IG 2 GLU GLN conflict UNP 066529
IG 83 GLU ARG conflict UNP 066529
IG 86 GLU THR conflict UNP 066529
IG 120 GLU THR conflict UNP 066529
IG 123 GLU GLN conflict UNP 066529
IG 155 LEU - expression tag | UNP 066529
IG 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
IG 157 HIS - expression tag | UNP 066529
IG 158 HIS - expression tag | UNP 066529
IG 159 HIS - expression tag | UNP 066529
IG 160 HIS - expression tag | UNP 066529
IG 161 HIS - expression tag | UNP 066529
IH 2 GLU GLN conflict UNP 066529
IH 83 GLU ARG conflict UNP 066529
IH 86 GLU THR conflict UNP 066529
IH 120 GLU THR conflict UNP 066529
IH 123 GLU GLN conflict UNP 066529
IH 155 LEU - expression tag | UNP 066529
IH 156 GLU - expression tag | UNP 066529
IH 157 HIS - expression tag | UNP 066529
IH 158 HIS - expression tag | UNP 066529
IH 159 HIS - expression tag | UNP 066529
IH 160 HIS - expression tag | UNP 066529
IH 161 HIS - expression tag | UNP 066529
II 2 GLU GLN conflict UNP 066529
IT 83 GLU ARG conflict UNP 066529
IT 86 GLU THR conflict UNP 066529
IT 120 GLU THR conflict UNP 066529
I1 123 GLU GLN conflict UNP 066529
II 155 LEU - expression tag | UNP 066529
II 156 GLU - expression tag | UNP 066529
II 157 HIS - expression tag | UNP 066529
IT 158 HIS - expression tag | UNP 066529
IT 159 HIS - expression tag | UNP 066529
IT 160 HIS - expression tag | UNP 066529
II 161 HIS - expression tag | UNP 066529
1J 2 GLU GLN conflict UNP 066529
1J 83 GLU ARG conflict UNP 066529
1J 86 GLU THR conflict UNP 066529
1J 120 GLU THR conflict UNP 066529
1J 123 GLU GLN conflict UNP 066529
1J 155 LEU - expression tag | UNP 066529
J 156 GLU - expression tag | UNP 066529
1J 157 HIS - expression tag | UNP 066529
J 158 HIS - expression tag | UNP 066529
1J 159 HIS - expression tag | UNP 066529
1J 160 HIS - expression tag | UNP 066529
1J 161 HIS - expression tag | UNP 066529
IK 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
IK 83 GLU ARG conflict UNP 066529
IK 86 GLU THR conflict UNP 066529
IK 120 GLU THR conflict UNP 066529
IK 123 GLU GLN conflict UNP 066529
IK 155 LEU - expression tag | UNP 066529
IK 156 GLU - expression tag | UNP 066529
IK 157 HIS - expression tag | UNP 066529
IK 158 HIS - expression tag | UNP 066529
IK 159 HIS - expression tag | UNP 066529
IK 160 HIS - expression tag | UNP 066529
IK 161 HIS - expression tag | UNP 066529
IL 2 GLU GLN conflict UNP 066529
IL 83 GLU ARG conflict UNP 066529
IL 86 GLU THR conflict UNP 066529
IL 120 GLU THR conflict UNP 066529
IL 123 GLU GLN conflict UNP 066529
IL 155 LEU - expression tag | UNP 066529
IL 156 GLU - expression tag | UNP 066529
IL 157 HIS - expression tag | UNP 066529
IL 158 HIS - expression tag | UNP 066529
IL 159 HIS - expression tag | UNP 066529
IL 160 HIS - expression tag | UNP 066529
IL 161 HIS - expression tag | UNP 066529
IM 2 GLU GLN conflict UNP 066529
IM 83 GLU ARG conflict UNP 066529
IM 86 GLU THR conflict UNP 066529
IM 120 GLU THR conflict UNP 066529
IM 123 GLU GLN conflict UNP 066529
IM 155 LEU - expression tag | UNP 066529
IM 156 GLU - expression tag | UNP 066529
IM 157 HIS - expression tag | UNP 066529
IM 158 HIS - expression tag | UNP 066529
IM 159 HIS - expression tag | UNP 066529
IM 160 HIS - expression tag | UNP 066529
IM 161 HIS - expression tag | UNP 066529
IN 2 GLU GLN conflict UNP 066529
IN 83 GLU ARG conflict UNP 066529
IN 86 GLU THR conflict UNP 066529
IN 120 GLU THR conflict UNP 066529
IN 123 GLU GLN conflict UNP 066529
IN 155 LEU - expression tag | UNP 066529
IN 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
IN 157 HIS - expression tag | UNP 066529
IN 158 HIS - expression tag | UNP 066529
IN 159 HIS - expression tag | UNP 066529
IN 160 HIS - expression tag | UNP 066529
IN 161 HIS - expression tag | UNP 066529
10 2 GLU GLN conflict UNP 066529
10 83 GLU ARG conflict UNP 066529
10 86 GLU THR conflict UNP 066529
10 120 GLU THR conflict UNP 066529
10 123 GLU GLN conflict UNP 066529
10 155 LEU - expression tag | UNP 066529
10 156 GLU - expression tag | UNP 066529
10 157 HIS - expression tag | UNP 066529
10 158 HIS - expression tag | UNP 066529
10 159 HIS - expression tag | UNP 066529
10 160 HIS - expression tag | UNP 066529
10 161 HIS - expression tag | UNP 066529
JA 2 GLU GLN conflict UNP 066529
JA 83 GLU ARG conflict UNP 066529
JA 86 GLU THR conflict UNP 066529
JA 120 GLU THR conflict UNP 066529
JA 123 GLU GLN conflict UNP 066529
JA 155 LEU - expression tag | UNP 066529
JA 156 GLU - expression tag | UNP 066529
JA 157 HIS - expression tag | UNP 066529
JA 158 HIS - expression tag | UNP 066529
JA 159 HIS - expression tag | UNP 066529
JA 160 HIS - expression tag | UNP 066529
JA 161 HIS - expression tag | UNP 066529
JB 2 GLU GLN conflict UNP 066529
JB 83 GLU ARG conflict UNP 066529
JB 86 GLU THR conflict UNP 066529
JB 120 GLU THR conflict UNP 066529
JB 123 GLU GLN conflict UNP 066529
JB 155 LEU - expression tag | UNP 066529
JB 156 GLU - expression tag | UNP 066529
JB 157 HIS - expression tag | UNP 066529
JB 158 HIS - expression tag | UNP 066529
JB 159 HIS - expression tag | UNP 066529
JB 160 HIS - expression tag | UNP 066529
JB 161 HIS - expression tag | UNP 066529
JC 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
JC 83 GLU ARG conflict UNP 066529
JC 86 GLU THR conflict UNP 066529
JC 120 GLU THR conflict UNP 066529
JC 123 GLU GLN conflict UNP 066529
JC 155 LEU - expression tag | UNP 066529
JC 156 GLU - expression tag | UNP 066529
JC 157 HIS - expression tag | UNP 066529
JC 158 HIS - expression tag | UNP 066529
JC 159 HIS - expression tag | UNP 066529
JC 160 HIS - expression tag | UNP 066529
JC 161 HIS - expression tag | UNP 066529
JD 2 GLU GLN conflict UNP 066529
JD 83 GLU ARG conflict UNP 066529
JD 86 GLU THR conflict UNP 066529
JD 120 GLU THR conflict UNP 066529
JD 123 GLU GLN conflict UNP 066529
JD 155 LEU - expression tag | UNP 066529
JD 156 GLU - expression tag | UNP 066529
JD 157 HIS - expression tag | UNP 066529
JD 158 HIS - expression tag | UNP 066529
JD 159 HIS - expression tag | UNP 066529
JD 160 HIS - expression tag | UNP 066529
JD 161 HIS - expression tag | UNP 066529
JE 2 GLU GLN conflict UNP 066529
JE 83 GLU ARG conflict UNP 066529
JE 86 GLU THR conflict UNP 066529
JE 120 GLU THR conflict UNP 066529
JE 123 GLU GLN conflict UNP 066529
JE 155 LEU - expression tag | UNP 066529
JE 156 GLU - expression tag | UNP 066529
JE 157 HIS - expression tag | UNP 066529
JE 158 HIS - expression tag | UNP 066529
JE 159 HIS - expression tag | UNP 066529
JE 160 HIS - expression tag | UNP 066529
JE 161 HIS - expression tag | UNP 066529
JF 2 GLU GLN conflict UNP 066529
JF 83 GLU ARG conflict UNP 066529
JF 86 GLU THR conflict UNP 066529
JF 120 GLU THR conflict UNP 066529
JF 123 GLU GLN conflict UNP 066529
JF 155 LEU - expression tag | UNP 066529
JF 156 GLU - expression tag | UNP 066529

Continued on next page...

O RLDWIDE

PROTEIN DATA BANK




Page 59

Full wwPDB/EMDataBank EM Map/Model Validation Report

SMQ3

Continued from previous page...

Chain | Residue | Modelled | Actual | Comment Reference
JF 157 HIS - expression tag | UNP 066529
JF 158 HIS - expression tag | UNP 066529
JE 159 HIS - expression tag | UNP 066529
JF 160 HIS - expression tag | UNP 066529
JF 161 HIS - expression tag | UNP 066529
JG 2 GLU GLN conflict UNP 066529
JG 83 GLU ARG conflict UNP 066529
JG 86 GLU THR conflict UNP 066529
JG 120 GLU THR conflict UNP 066529
JG 123 GLU GLN conflict UNP 066529
JG 155 LEU - expression tag | UNP 066529
JG 156 GLU - expression tag | UNP 066529
JG 157 HIS - expression tag | UNP 066529
JG 158 HIS - expression tag | UNP 066529
JG 159 HIS - expression tag | UNP 066529
JG 160 HIS - expression tag | UNP 066529
JG 161 HIS - expression tag | UNP 066529
JH 2 GLU GLN conflict UNP 066529
JH 83 GLU ARG conflict UNP 066529
JH 86 GLU THR conflict UNP 066529
JH 120 GLU THR conflict UNP 066529
JH 123 GLU GLN conflict UNP 066529
JH 155 LEU - expression tag | UNP 066529
JH 156 GLU - expression tag | UNP 066529
JH 157 HIS - expression tag | UNP 066529
JH 158 HIS - expression tag | UNP 066529
JH 159 HIS - expression tag | UNP 066529
JH 160 HIS - expression tag | UNP 066529
JH 161 HIS - expression tag | UNP 066529
JI 2 GLU GLN conflict UNP 066529
JI 83 GLU ARG conflict UNP 066529
JI 86 GLU THR conflict UNP 066529
JI 120 GLU THR conflict UNP 066529
JI 123 GLU GLN conflict UNP 066529
JI 155 LEU - expression tag | UNP 066529
JI 156 GLU - expression tag | UNP 066529
JI 157 HIS - expression tag | UNP 066529
JI 158 HIS - expression tag | UNP 066529
JI 159 HIS - expression tag | UNP 066529
JI 160 HIS - expression tag | UNP 066529
JI 161 HIS - expression tag | UNP 066529
JJ 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
JJ 83 GLU ARG conflict UNP 066529
JJ 86 GLU THR conflict UNP 066529
JJ 120 GLU THR conflict UNP 066529
JJ 123 GLU GLN conflict UNP 066529
JJ 155 LEU - expression tag | UNP 066529
JJ 156 GLU - expression tag | UNP 066529
JJ 157 HIS - expression tag | UNP 066529
JJ 158 HIS - expression tag | UNP 066529
JJ 159 HIS - expression tag | UNP 066529
JJ 160 HIS - expression tag | UNP 066529
JJ 161 HIS - expression tag | UNP 066529
JK 2 GLU GLN conflict UNP 066529
JK 83 GLU ARG conflict UNP 066529
JK 86 GLU THR conflict UNP 066529
JK 120 GLU THR conflict UNP 066529
JK 123 GLU GLN conflict UNP 066529
JK 155 LEU - expression tag | UNP 066529
JK 156 GLU - expression tag | UNP 066529
JK 157 HIS - expression tag | UNP 066529
JK 158 HIS - expression tag | UNP 066529
JK 159 HIS - expression tag | UNP 066529
JK 160 HIS - expression tag | UNP 066529
JK 161 HIS - expression tag | UNP 066529
JL 2 GLU GLN conflict UNP 066529
JL 83 GLU ARG conflict UNP 066529
JL 86 GLU THR conflict UNP 066529
JL 120 GLU THR conflict UNP 066529
JL 123 GLU GLN conflict UNP 066529
JL 155 LEU - expression tag | UNP 066529
JL 156 GLU - expression tag | UNP 066529
JL 157 HIS - expression tag | UNP 066529
JL 158 HIS - expression tag | UNP 066529
JL 159 HIS - expression tag | UNP 066529
JL 160 HIS - expression tag | UNP 066529
JL 161 HIS - expression tag | UNP 066529
JM 2 GLU GLN conflict UNP 066529
JM 83 GLU ARG conflict UNP 066529
JM 86 GLU THR conflict UNP 066529
JM 120 GLU THR conflict UNP 066529
JM 123 GLU GLN conflict UNP 066529
JM 155 LEU - expression tag | UNP 066529
JM 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
JM 157 HIS - expression tag | UNP 066529
JM 158 HIS - expression tag | UNP 066529
JM 159 HIS - expression tag | UNP 066529
JM 160 HIS - expression tag | UNP 066529
JM 161 HIS - expression tag | UNP 066529
JN 2 GLU GLN conflict UNP 066529
JN 83 GLU ARG conflict UNP 066529
JN 86 GLU THR conflict UNP 066529
JN 120 GLU THR conflict UNP 066529
JN 123 GLU GLN conflict UNP 066529
JN 155 LEU - expression tag | UNP 066529
JN 156 GLU - expression tag | UNP 066529
JN 157 HIS - expression tag | UNP 066529
JN 158 HIS - expression tag | UNP 066529
JN 159 HIS - expression tag | UNP 066529
JN 160 HIS - expression tag | UNP 066529
JN 161 HIS - expression tag | UNP 066529
JO 2 GLU GLN conflict UNP 066529
JO 83 GLU ARG conflict UNP 066529
JO 86 GLU THR conflict UNP 066529
JO 120 GLU THR conflict UNP 066529
JO 123 GLU GLN conflict UNP 066529
JO 155 LEU - expression tag | UNP 066529
JO 156 GLU - expression tag | UNP 066529
JO 157 HIS - expression tag | UNP 066529
JO 158 HIS - expression tag | UNP 066529
JO 159 HIS - expression tag | UNP 066529
JO 160 HIS - expression tag | UNP 066529
JO 161 HIS - expression tag | UNP 066529
KA 2 GLU GLN conflict UNP 066529
KA 83 GLU ARG conflict UNP 066529
KA 86 GLU THR conflict UNP 066529
KA 120 GLU THR conflict UNP 066529
KA 123 GLU GLN conflict UNP 066529
KA 155 LEU - expression tag | UNP 066529
KA 156 GLU - expression tag | UNP 066529
KA 157 HIS - expression tag | UNP 066529
KA 158 HIS - expression tag | UNP 066529
KA 159 HIS - expression tag | UNP 066529
KA 160 HIS - expression tag | UNP 066529
KA 161 HIS - expression tag | UNP 066529
KB 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
KB 83 GLU ARG conflict UNP 066529
KB 86 GLU THR conflict UNP 066529
KB 120 GLU THR conflict UNP 066529
KB 123 GLU GLN conflict UNP 066529
KB 155 LEU - expression tag | UNP 066529
KB 156 GLU - expression tag | UNP 066529
KB 157 HIS - expression tag | UNP 066529
KB 158 HIS - expression tag | UNP 066529
KB 159 HIS - expression tag | UNP 066529
KB 160 HIS - expression tag | UNP 066529
KB 161 HIS - expression tag | UNP 066529
KC 2 GLU GLN conflict UNP 066529
KC 83 GLU ARG conflict UNP 066529
KC 86 GLU THR conflict UNP 066529
KC 120 GLU THR conflict UNP 066529
KC 123 GLU GLN conflict UNP 066529
KC 155 LEU - expression tag | UNP 066529
KC 156 GLU - expression tag | UNP 066529
KC 157 HIS - expression tag | UNP 066529
KC 158 HIS - expression tag | UNP 066529
KC 159 HIS - expression tag | UNP 066529
KC 160 HIS - expression tag | UNP 066529
KC 161 HIS - expression tag | UNP 066529
KD 2 GLU GLN conflict UNP 066529
KD 83 GLU ARG conflict UNP 066529
KD 86 GLU THR conflict UNP 066529
KD 120 GLU THR conflict UNP 066529
KD 123 GLU GLN conflict UNP 066529
KD 155 LEU - expression tag | UNP 066529
KD 156 GLU - expression tag | UNP 066529
KD 157 HIS - expression tag | UNP 066529
KD 158 HIS - expression tag | UNP 066529
KD 159 HIS - expression tag | UNP 066529
KD 160 HIS - expression tag | UNP 066529
KD 161 HIS - expression tag | UNP 066529
KE 2 GLU GLN conflict UNP 066529
KE 83 GLU ARG conflict UNP 066529
KE 86 GLU THR conflict UNP 066529
KE 120 GLU THR conflict UNP 066529
KE 123 GLU GLN conflict UNP 066529
KE 155 LEU - expression tag | UNP 066529
KE 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
KE 157 HIS - expression tag | UNP 066529
KE 158 HIS - expression tag | UNP 066529
KE 159 HIS - expression tag | UNP 066529
KE 160 HIS - expression tag | UNP 066529
KE 161 HIS - expression tag | UNP 066529
KF 2 GLU GLN conflict UNP 066529
KF 83 GLU ARG conflict UNP 066529
KF 86 GLU THR conflict UNP 066529
KF 120 GLU THR conflict UNP 066529
KF 123 GLU GLN conflict UNP 066529
KF 155 LEU - expression tag | UNP 066529
KF 156 GLU - expression tag | UNP 066529
KF 157 HIS - expression tag | UNP 066529
KF 158 HIS - expression tag | UNP 066529
KF 159 HIS - expression tag | UNP 066529
KF 160 HIS - expression tag | UNP 066529
KF 161 HIS - expression tag | UNP 066529
KG 2 GLU GLN conflict UNP 066529
KG 83 GLU ARG conflict UNP 066529
KG 86 GLU THR conflict UNP 066529
KG 120 GLU THR conflict UNP 066529
KG 123 GLU GLN conflict UNP 066529
KG 155 LEU - expression tag | UNP 066529
KG 156 GLU - expression tag | UNP 066529
KG 157 HIS - expression tag | UNP 066529
KG 158 HIS - expression tag | UNP 066529
KG 159 HIS - expression tag | UNP 066529
KG 160 HIS - expression tag | UNP 066529
KG 161 HIS - expression tag | UNP 066529
KH 2 GLU GLN conflict UNP 066529
KH 83 GLU ARG conflict UNP 066529
KH 86 GLU THR conflict UNP 066529
KH 120 GLU THR conflict UNP 066529
KH 123 GLU GLN conflict UNP 066529
KH 155 LEU - expression tag | UNP 066529
KH 156 GLU - expression tag | UNP 066529
KH 157 HIS - expression tag | UNP 066529
KH 158 HIS - expression tag | UNP 066529
KH 159 HIS - expression tag | UNP 066529
KH 160 HIS - expression tag | UNP 066529
KH 161 HIS - expression tag | UNP 066529
KI 2 GLU GLN conflict UNP 066529

Continued on next page...

O RLDWIDE

PROTEIN DATA BANK




Page 64

Full wwPDB/EMDataBank EM Map/Model Validation Report

SMQ3

Continued from previous page...

Chain | Residue | Modelled | Actual | Comment Reference
KI 83 GLU ARG conflict UNP 066529
KI 86 GLU THR conflict UNP 066529
KI 120 GLU THR conflict UNP 066529
KI 123 GLU GLN conflict UNP 066529
KI 155 LEU - expression tag | UNP 066529
KI 156 GLU - expression tag | UNP 066529
KI 157 HIS - expression tag | UNP 066529
KI 158 HIS - expression tag | UNP 066529
KI 159 HIS - expression tag | UNP 066529
KI 160 HIS - expression tag | UNP 066529
KI 161 HIS - expression tag | UNP 066529
KJ 2 GLU GLN conflict UNP 066529
KJ 83 GLU ARG conflict UNP 066529
KJ 86 GLU THR conflict UNP 066529
KJ 120 GLU THR conflict UNP 066529
KJ 123 GLU GLN conflict UNP 066529
KJ 155 LEU - expression tag | UNP 066529
KJ 156 GLU - expression tag | UNP 066529
KJ 157 HIS - expression tag | UNP 066529
KJ 158 HIS - expression tag | UNP 066529
KJ 159 HIS - expression tag | UNP 066529
KJ 160 HIS - expression tag | UNP 066529
KJ 161 HIS - expression tag | UNP 066529
KK 2 GLU GLN conflict UNP 066529
KK 83 GLU ARG conflict UNP 066529
KK 86 GLU THR conflict UNP 066529
KK 120 GLU THR conflict UNP 066529
KK 123 GLU GLN conflict UNP 066529
KK 155 LEU - expression tag | UNP 066529
KK 156 GLU - expression tag | UNP 066529
KK 157 HIS - expression tag | UNP 066529
KK 158 HIS - expression tag | UNP 066529
KK 159 HIS - expression tag | UNP 066529
KK 160 HIS - expression tag | UNP 066529
KK 161 HIS - expression tag | UNP 066529
KL 2 GLU GLN conflict UNP 066529
KL 83 GLU ARG conflict UNP 066529
KL 86 GLU THR conflict UNP 066529
KL 120 GLU THR conflict UNP 066529
KL 123 GLU GLN conflict UNP 066529
KL 155 LEU - expression tag | UNP 066529
KL 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
KL 157 HIS - expression tag | UNP 066529
KL 158 HIS - expression tag | UNP 066529
KL 159 HIS - expression tag | UNP 066529
KL 160 HIS - expression tag | UNP 066529
KL 161 HIS - expression tag | UNP 066529
KM 2 GLU GLN conflict UNP 066529
KM 83 GLU ARG conflict UNP 066529
KM 86 GLU THR conflict UNP 066529
KM 120 GLU THR conflict UNP 066529
KM 123 GLU GLN conflict UNP 066529
KM 155 LEU - expression tag | UNP 066529
KM 156 GLU - expression tag | UNP 066529
KM 157 HIS - expression tag | UNP 066529
KM 158 HIS - expression tag | UNP 066529
KM 159 HIS - expression tag | UNP 066529
KM 160 HIS - expression tag | UNP 066529
KM 161 HIS - expression tag | UNP 066529
KN 2 GLU GLN conflict UNP 066529
KN 83 GLU ARG conflict UNP 066529
KN 86 GLU THR conflict UNP 066529
KN 120 GLU THR conflict UNP 066529
KN 123 GLU GLN conflict UNP 066529
KN 155 LEU - expression tag | UNP 066529
KN 156 GLU - expression tag | UNP 066529
KN 157 HIS - expression tag | UNP 066529
KN 158 HIS - expression tag | UNP 066529
KN 159 HIS - expression tag | UNP 066529
KN 160 HIS - expression tag | UNP 066529
KN 161 HIS - expression tag | UNP 066529
KO 2 GLU GLN conflict UNP 066529
KO 83 GLU ARG conflict UNP 066529
KO 86 GLU THR conflict UNP 066529
KO 120 GLU THR conflict UNP 066529
KO 123 GLU GLN conflict UNP 066529
KO 155 LEU - expression tag | UNP 066529
KO 156 GLU - expression tag | UNP 066529
KO 157 HIS - expression tag | UNP 066529
KO 158 HIS - expression tag | UNP 066529
KO 159 HIS - expression tag | UNP 066529
KO 160 HIS - expression tag | UNP 066529
KO 161 HIS - expression tag | UNP 066529
LA 2 GLU GLN conflict UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
LA 83 GLU ARG conflict UNP 066529
LA 86 GLU THR conflict UNP 066529
LA 120 GLU THR conflict UNP 066529
LA 123 GLU GLN conflict UNP 066529
LA 155 LEU - expression tag | UNP 066529
LA 156 GLU - expression tag | UNP 066529
LA 157 HIS - expression tag | UNP 066529
LA 158 HIS - expression tag | UNP 066529
LA 159 HIS - expression tag | UNP 066529
LA 160 HIS - expression tag | UNP 066529
LA 161 HIS - expression tag | UNP 066529
LB 2 GLU GLN conflict UNP 066529
LB 83 GLU ARG conflict UNP 066529
LB 86 GLU THR conflict UNP 066529
LB 120 GLU THR conflict UNP 066529
LB 123 GLU GLN conflict UNP 066529
LB 155 LEU - expression tag | UNP 066529
LB 156 GLU - expression tag | UNP 066529
LB 157 HIS - expression tag | UNP 066529
LB 158 HIS - expression tag | UNP 066529
LB 159 HIS - expression tag | UNP 066529
LB 160 HIS - expression tag | UNP 066529
LB 161 HIS - expression tag | UNP 066529
LC 2 GLU GLN conflict UNP 066529
LC 83 GLU ARG conflict UNP 066529
LC 86 GLU THR conflict UNP 066529
LC 120 GLU THR conflict UNP 066529
LC 123 GLU GLN conflict UNP 066529
LC 155 LEU - expression tag | UNP 066529
LC 156 GLU - expression tag | UNP 066529
LC 157 HIS - expression tag | UNP 066529
LC 158 HIS - expression tag | UNP 066529
LC 159 HIS - expression tag | UNP 066529
LC 160 HIS - expression tag | UNP 066529
LC 161 HIS - expression tag | UNP 066529
LD 2 GLU GLN conflict UNP 066529
LD 83 GLU ARG conflict UNP 066529
LD 86 GLU THR conflict UNP 066529
LD 120 GLU THR conflict UNP 066529
LD 123 GLU GLN conflict UNP 066529
LD 155 LEU - expression tag | UNP 066529
LD 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
LD 157 HIS - expression tag | UNP 066529
LD 158 HIS - expression tag | UNP 066529
LD 159 HIS - expression tag | UNP 066529
LD 160 HIS - expression tag | UNP 066529
LD 161 HIS - expression tag | UNP 066529
LE 2 GLU GLN conflict UNP 066529
LE 83 GLU ARG conflict UNP 066529
LE 86 GLU THR conflict UNP 066529
LE 120 GLU THR conflict UNP 066529
LE 123 GLU GLN conflict UNP 066529
LE 155 LEU - expression tag | UNP 066529
LE 156 GLU - expression tag | UNP 066529
LE 157 HIS - expression tag | UNP 066529
LE 158 HIS - expression tag | UNP 066529
LE 159 HIS - expression tag | UNP 066529
LE 160 HIS - expression tag | UNP 066529
LE 161 HIS - expression tag | UNP 066529
LF 2 GLU GLN conflict UNP 066529
LF 83 GLU ARG conflict UNP 066529
LF 86 GLU THR conflict UNP 066529
LF 120 GLU THR conflict UNP 066529
LF 123 GLU GLN conflict UNP 066529
LF 155 LEU - expression tag | UNP 066529
LF 156 GLU - expression tag | UNP 066529
LF 157 HIS - expression tag | UNP 066529
LF 158 HIS - expression tag | UNP 066529
LF 159 HIS - expression tag | UNP 066529
LF 160 HIS - expression tag | UNP 066529
LF 161 HIS - expression tag | UNP 066529
LG 2 GLU GLN conflict UNP 066529
LG 83 GLU ARG conflict UNP 066529
LG 86 GLU THR conflict UNP 066529
LG 120 GLU THR conflict UNP 066529
LG 123 GLU GLN conflict UNP 066529
LG 155 LEU - expression tag | UNP 066529
LG 156 GLU - expression tag | UNP 066529
LG 157 HIS - expression tag | UNP 066529
LG 158 HIS - expression tag | UNP 066529
LG 159 HIS - expression tag | UNP 066529
LG 160 HIS - expression tag | UNP 066529
LG 161 HIS - expression tag | UNP 066529
LH 2 GLU GLN conflict UNP 066529
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LH 83 GLU ARG conflict UNP 066529
LH 86 GLU THR conflict UNP 066529
LH 120 GLU THR conflict UNP 066529
LH 123 GLU GLN conflict UNP 066529
LH 155 LEU - expression tag | UNP 066529
LH 156 GLU - expression tag | UNP 066529
LH 157 HIS - expression tag | UNP 066529
LH 158 HIS - expression tag | UNP 066529
LH 159 HIS - expression tag | UNP 066529
LH 160 HIS - expression tag | UNP 066529
LH 161 HIS - expression tag | UNP 066529
LI 2 GLU GLN conflict UNP 066529
LI 83 GLU ARG conflict UNP 066529
LI 86 GLU THR conflict UNP 066529
LI 120 GLU THR conflict UNP 066529
LI 123 GLU GLN conflict UNP 066529
LI 155 LEU - expression tag | UNP 066529
LI 156 GLU - expression tag | UNP 066529
LI 157 HIS - expression tag | UNP 066529
LI 158 HIS - expression tag | UNP 066529
LI 159 HIS - expression tag | UNP 066529
LI 160 HIS - expression tag | UNP 066529
LI 161 HIS - expression tag | UNP 066529
LJ 2 GLU GLN conflict UNP 066529
LJ 83 GLU ARG conflict UNP 066529
LJ 86 GLU THR conflict UNP 066529
LJ 120 GLU THR conflict UNP 066529
LJ 123 GLU GLN conflict UNP 066529
LJ 155 LEU - expression tag | UNP 066529
LJ 156 GLU - expression tag | UNP 066529
LJ 157 HIS - expression tag | UNP 066529
LJ 158 HIS - expression tag | UNP 066529
LJ 159 HIS - expression tag | UNP 066529
LJ 160 HIS - expression tag | UNP 066529
LJ 161 HIS - expression tag | UNP 066529
LK 2 GLU GLN conflict UNP 066529
LK 83 GLU ARG conflict UNP 066529
LK 86 GLU THR conflict UNP 066529
LK 120 GLU THR conflict UNP 066529
LK 123 GLU GLN conflict UNP 066529
LK 155 LEU - expression tag | UNP 066529
LK 156 GLU - expression tag | UNP 066529
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Chain | Residue | Modelled | Actual | Comment Reference
LK 157 HIS - expression tag | UNP 066529
LK 158 HIS - expression tag | UNP 066529
LK 159 HIS - expression tag | UNP 066529
LK 160 HIS - expression tag | UNP 066529
LK 161 HIS - expression tag | UNP 066529
LL 2 GLU GLN conflict UNP 066529
LL 83 GLU ARG conflict UNP 066529
LL 86 GLU THR conflict UNP 066529
LL 120 GLU THR conflict UNP 066529
LL 123 GLU GLN conflict UNP 066529
LL 155 LEU - expression tag | UNP 066529
LL 156 GLU - expression tag | UNP 066529
LL 157 HIS - expression tag | UNP 066529
LL 158 HIS - expression tag | UNP 066529
LL 159 HIS - expression tag | UNP 066529
LL 160 HIS - expression tag | UNP 066529
LL 161 HIS - expression tag | UNP 066529
LM 2 GLU GLN conflict UNP 066529
LM 83 GLU ARG conflict UNP 066529
LM 86 GLU THR conflict UNP 066529
LM 120 GLU THR conflict UNP 066529
LM 123 GLU GLN conflict UNP 066529
LM 155 LEU - expression tag | UNP 066529
LM 156 GLU - expression tag | UNP 066529
LM 157 HIS - expression tag | UNP 066529
LM 158 HIS - expression tag | UNP 066529
LM 159 HIS - expression tag | UNP 066529
LM 160 HIS - expression tag | UNP 066529
LM 161 HIS - expression tag | UNP 066529
LN 2 GLU GLN conflict UNP 066529
LN 83 GLU ARG conflict UNP 066529
LN 86 GLU THR conflict UNP 066529
LN 120 GLU THR conflict UNP 066529
LN 123 GLU GLN conflict UNP 066529
LN 155 LEU - expression tag | UNP 066529
LN 156 GLU - expression tag | UNP 066529
LN 157 HIS - expression tag | UNP 066529
LN 158 HIS - expression tag | UNP 066529
LN 159 HIS - expression tag | UNP 066529
LN 160 HIS - expression tag | UNP 066529
LN 161 HIS - expression tag | UNP 066529
LO 2 GLU GLN conflict UNP 066529

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

Chain | Residue | Modelled | Actual | Comment Reference
LO 83 GLU ARG conflict UNP 066529
LO 86 GLU THR conflict UNP 066529
LO 120 GLU THR conflict UNP 066529
LO 123 GLU GLN conflict UNP 066529
LO 155 LEU - expression tag | UNP 066529
LO 156 GLU - expression tag | UNP 066529
LO 157 HIS - expression tag | UNP 066529
LO 158 HIS - expression tag | UNP 066529
LO 159 HIS - expression tag | UNP 066529
LO 160 HIS - expression tag | UNP 066529
LO 161 HIS - expression tag | UNP 066529
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA and DNA 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. 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. 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

Chain AA: 92% 8%
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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Chain AB: 89% 11%

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

Chain AC: 94% 6%
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain AD: 91% 9%

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

Chain AE: 94% 6%
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain AF: 93% 7%
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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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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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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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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain AN: 91%
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

G114

G133

R154

H157

)
CEEOEEQENY ENO ~ OmEN O ¢ mu
— - < rel N~~~ © 0 —
< © o a H o<t - H [ o [

9%

Chain AO: 92%

-0 e Qe 0 Y SO MmO M
© — @ 2] ") el ~ © @ ©
| < | 3] o a H H o

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

Chain BB: 88%
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

G114

Chain BD: 91%
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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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Chain BF: 93% 7%
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain BG: 94% 6%
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain BH: 90% % -
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain BI: 93% 7%

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

Chain BJ: 96%

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

Chain BK: 89% 11%

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

Chain BL: 91% 9%

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

Chain BM: 94% 6%
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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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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain CB: 89%

0 ~ ®
© Oy O [ o O ) S 0 M O LO e O i _—)
— — < ") 0 N~ © © O © o) ) ] (=) ) — bl
- - =] ~ = o = H o o =] (5] © =4 2] ©

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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Chain CC: 94%
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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Chain CD: 91%
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain CF: 92%
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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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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain CI: 93%
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain CK: 89%

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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Chain CM: 94%
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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Chain CN: 91%
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain DB: 89%

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

G133
N134

I
NN ENO N EEO EEN N O ¢ o
— N ® 2] < 9 © © © bal
< = | = 2] o H M| o =

7%

Chain DG: 94%

CuuO mu®MmmN MO 3w
- @ < © © o
< = o H [ o

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

G133

R154

H157

Chain DH:

amY o o < ~
@ @ o O 0O w0
aaa8™s — - -
oo = | (200 AP

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

Chain DM: 94%
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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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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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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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Chain ED: 91%
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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Chain EE: 93% 7%
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain EF: 93% 7%
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain EG: 94% 6%
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain EH: 91% 8% -
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain EI: 93% 7%
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain EJ: 94% 6%
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain EK: 89% 11%
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain EL: 91% 9%
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain EM: 94%
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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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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain FB: 89%

0 ~ ™
© Oy I O - ) O S 0 QY O O — -
— — < ) 0 ~ © ®© © © © @ ) =) = — -
< < = o = © = H @D £ = (5] o = e ©

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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Chain FC: 94%

L

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

Chain FE: 94% 6%
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain FF: 93% 7%
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain FG: 94% 6%
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain FH: 91% 8% -
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain FI: 93% 7%
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain FJ: 95% 5%
e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

Chain FK: 10%

o e O IO EEN O EE M
© N — N 5] < ) ~ © @
W M - = - ~ 5 ©w H oo

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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Chain FL: 91%
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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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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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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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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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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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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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Chain HD: 91%
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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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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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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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Chain IN: 91%

L

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

G114
G133
R154
H157

0
OmmO muo must mu© I~ 0 maN M $
— — S [t [51 b [0 0 0 -
<t © o a H o< H H [ B

6%

9%

Chain 10: 93%

O O < Emo mEEA O < mm
— ® ® 9 0 ~ © 0 ©
< | (3] o [ H H M| S
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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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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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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine

synthase

Chain LC: 94%

L

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

G114

O O N O EEO ENN O .
— 0 0 © ~ © ©
< o = a H H [ o

synthase

Chain LD: 91%

L

G114

Viis
I125

I

)
-
=]

A128
G133

o ® < ~ =3 © o ®
ﬂ-d‘-m-m-w-hh-w-
< ) a = % H© =]

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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4 Experimental information (i)

Property Value Source

Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided Depositor
Number of particles used 26769 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method Not provided Depositor
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A”) Not provided Depositor
Minimum defocus (nm) Not provided Depositor
Maximum defocus (nm) Not provided Depositor
Magnification Not provided Depositor
Image detector Not provided Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

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

angles).
. Bond lengths Bond angles

Mol | Chain | pyio77 171 29 | RMSZ #|Z| >2
1 AA 0.33 0/801 0.57 0/1114
1 AB 0.35 0/801 0.59 0/1114
1 AC 0.34 0/801 0.55 0/1114
1 AD 0.33 0/801 0.57 0/1114
1 AE 0.33 0/801 0.55 0/1114
1 AF 0.35 0/801 0.56 0/1114
1 AG 0.31 0/801 0.57 0/1114
1 AH 0.37 0/801 0.61 1/1114 (0.1%)
1 Al 0.35 0/801 0.57 0/1114
1 Al 0.35 0/801 0.57 0/1114
1 AK 0.34 0/801 0.53 0/1114
1 AL 0.36 0/801 0.55 0/1114
1 AM 0.35 0/801 0.55 0/1114
1 AN 0.33 0/801 0.57 0/1114
1 AO 0.34 0/801 0.56 0/1114
1 BA 0.33 0/801 0.57 0/1114
1 BB 0.35 0/801 0.59 0/1114
1 BC 0.35 0/801 0.55 0/1114
1 BD 0.33 0/801 0.57 0/1114
1 BE 0.34 0/801 0.55 0/1114
1 BF 0.35 0/801 0.56 0/1114
1 BG 0.31 0/801 0.57 0/1114
1 BH 0.37 0/801 0.61 1/1114 (0.1%)
1 BI 0.35 0/801 0.57 0/1114
1 BJ 0.35 0/801 0.57 0/1114
1 BK 0.34 0/801 0.53 0/1114
1 BL 0.36 0/801 0.55 0/1114
1 BM 0.35 0/801 0.55 0/1114
1 BN 0.33 0/801 0.57 0/1114
1 BO 0.34 0/801 0.56 0/1114
1 CA 0.33 0/801 0.57 0/1114
1 CB 0.35 0/801 0.59 0/1114
1 CcC 0.34 0/801 0.55 0/1114
1 CD 0.33 0/801 0.57 0/1114
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. Bond lengths Bond angles

Mol | Chain | o771 59 | RMSZ #Z| >2
1 CE 0.33 0/801 0.55 0/1114
1 CF 0.35 0/801 0.56 0/1114
1 CG 0.31 0/801 0.57 0/1114
1 | CH | 037 | 0/801 | 0.6 | 1/1114 (0.1%)
1 CI 0.35 0/801 0.57 0/1114
1 CJ 0.35 0/801 0.57 0/1114
1 CK 0.34 0/801 0.53 0/1114
1 CL 0.36 0/801 0.55 0/1114
1 CM 0.35 0/801 0.55 0/1114
1 CN 0.33 0/801 0.57 0/1114
1 CcO 0.34 0/801 0.56 0/1114
1T | DA | 033 | 0/301 | 057 0/1114
1 | DB | 035 | 0/301 | 0.59 0/1114
1 DC 0.34 0/801 0.55 0/1114
1 | DD | 033 | 0/301 | 057 0/1114
1 | DE | 033 | 0/301 | 0.5 0/1114
1 | DF | 035 | 0/801 | 0.56 0/1114
1 DG 0.31 0/801 0.57 0/1114
1T | DO | 037 | 0/301 | 061 | 1/1114 (0.1%)
1 DI | 035 | 0/801 | 057 0/1114
1 DJ 0.34 0/801 0.57 0/1114
1 DK 0.34 0/801 0.53 0/1114
1 | DL | 036 | 0/301 | 0.5 0/1114
1 | DM | 035 | 0/801 | 0.55 0/1114
1 | DN | 033 | 0/801 | 057 0/1114
1 DO 0.34 0/801 0.56 0/1114
1T | EA | 033 | 0/301 | 057 0/1114
1 | EB | 035 | 0/301 | 059 0/1114
1 EC 0.34 0/801 0.55 0/1114
1 | ED | 033 | 0/801 | 057 0/1114
1 EE 0.34 0/801 0.55 0/1114
1T | EF | 035 | 0/301 | 0.6 0/1114
1 EG 0.31 0/801 0.57 0/1114
T | EO | 037 | 0/301 | 061 | 1/1114 (0.1%)
I ET | 0.35 | 0/801 | 0.7 0/1114
1 EJ 0.34 0/801 0.57 0/1114
1 EK 0.34 0/801 0.53 0/1114
1 | EL | 036 | 0/301 | 0.5 0/1114
T | BEM | 035 | 0/301 | 055 0/1114
1T | EN | 033 | 0/301 | 057 0/1114
1 EO 0.34 0/801 0.56 0/1114
1 | FA | 033 | 0/301 | 057 0/1114
1 | FB | 035 | 0/301 | 0.9 0/1114

O RLDWIDE

PROTEIN DATA BANK

{8 EMDataBank



Page 99 Full wwPDB/EMDataBank EM Map/Model Validation Report 5MQ3
. Bond lengths Bond angles

Mol | Chain | o771 59 | RMSZ #Z| >2
1 FC 0.35 0/801 0.55 0/1114
1 | FD | 033 | 0/801 | 057 0/1114
1 FE 0.34 0/801 0.55 0/1114
1 | FF | 035 | 0/801 | 0.56 0/1114
1 FG 0.31 0/801 0.57 0/1114
T | FO | 037 | 0/301 | 061 | 1/1114 (0.1%)
I FT | 0.35 | 0/801 | 057 0/1114
1 FJ 0.35 0/801 0.57 0/1114
1 FK 0.34 0/801 0.53 0/1114
1 FL | 0.36 | 0/80I | 0.55 0/1114
1 | FM | 035 | 0/801 | 0.5 0/1114
T | FN | 033 | 0/3801 | 057 0/1114
1 FO 0.34 0/801 0.56 0/1114
1 GA 0.33 0/801 0.57 0/1114
1 GB 0.35 0/801 0.59 0/1114
1 GC 0.34 0/801 0.55 0/1114
1 GD 0.33 0/801 0.57 0/1114
1 GE 0.33 0/801 0.55 0/1114
1 GF 0.35 0/801 0.56 0/1114
1 GG 0.31 0/801 0.57 0/1114
1T | GH | 037 | 0/301 | 061 | 1/1114 (0.1%)
1 GI 0.35 0/801 0.57 0/1114
1 GJ 0.35 0/801 0.57 0/1114
1 GK 0.34 0/801 0.53 0/1114
1 GL 0.36 0/801 0.55 0/1114
1 GM 0.35 0/801 0.55 0/1114
1 GN 0.33 0/801 0.57 0/1114
1 GO 0.34 0/801 0.56 0/1114
1T | HA | 033 | 0/801 | 057 0/1114
1 | HB | 035 | 0/301 | 0.9 0/1114
1 HC 0.34 0/801 0.55 0/1114
1T | OD | 033 | 0/801 | 057 0/1114
1 HE 0.34 0/801 0.55 0/1114
1T | OF | 035 | 0/301 | 0.56 0/1114
1 HG 0.31 0/801 0.57 0/1114
1 | HH | 037 | 0/801 | 0.6 | 1/1114 (0.1%)
1 HL | 035 | 0/80L | 0.57 0/1114
1 HJ 0.35 0/801 0.57 0/1114
1 HK 0.34 0/801 0.53 0/1114
1T | OL | 036 | 0/301 | 0.55 0/1114
T | OM | 035 | 0/301 | 055 0/1114
1 | HON | 033 | 0/301 | 057 0/1114
1 HO 0.34 0/801 0.56 0/1114
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. Bond lengths Bond angles

Mol | Chain | o771 59 | RMSZ #Z| >2
1 TA | 033 | 0/301 | 057 0/1114
1 B | 035 | 0/801 | 0.59 0/1114
1 IC 0.34 0/801 0.55 0/1114
1 D | 0.33 | 0/80L | 057 0/1114
1 IE 0.34 0/801 0.55 0/1114
1 T | 0.35 | 0/801 | 0.56 0/1114
1 IG 0.31 0/801 0.57 0/1114
I T | 037 | 0/801 | 0.61 | 1/1114 (0.1%)
1 T | 035 | 0/80L | 057 0/1114
1 1J 0.35 0/801 0.57 0/1114
1 IK | 0.33 | 0/80L | 053 0/1114
I T | 0.36 | 0/801 | 055 0/1114
T | IM | 035 | 0/301 | 055 0/1114
I IN | 033 | 0/801 | 057 0/1114
1 10 0.34 0/801 0.56 0/1114
1 JA 0.33 0/801 0.57 0/1114
1 JB 0.35 0/801 0.59 0/1114
1 JC 0.34 0/801 0.55 0/1114
1 JD 0.33 0/801 0.57 0/1114
1 JE 0.33 0/801 0.55 0/1114
1 JF 0.35 0/801 0.56 0/1114
1 JG 0.31 0/801 0.57 0/1114
1 JH | 037 | 0/801 | 0.61 | 1/1114 (0.1%)
1 JI 0.35 0/801 0.57 0/1114
1 JJ 0.35 0/801 0.57 0/1114
1 JK 0.34 0/801 0.53 0/1114
1 JL 0.36 0/801 0.55 0/1114
1 JM 0.35 0/801 0.55 0/1114
1 JN 0.33 0/801 0.57 0/1114
1 JO 0.34 0/801 0.56 0/1114
1 | KA | 033 | 0/801 | 057 0/1114
T | KB | 035 | 0/801 | 0.59 0/1114
1 KC 0.34 0/801 0.55 0/1114
1T | KD | 033 | 0/301 | 057 0/1114
1 KE 0.34 0/801 0.5 0/1114
1 | KF | 035 | 0/801 | 0.6 0/1114
1 KG 0.31 0/801 0.57 0/1114
1 | KH | 037 | 0/801 | 0.6 | 1/1114 (0.1%)
1 KT | 035 | 0/801 | 057 0/1114
1 KJ 0.34 0/801 0.57 0/1114
1 KK 0.34 0/801 0.53 0/1114
1T | KL | 036 | 0/301 | 055 0/1114
1 | KM | 035 | 0/801 | 0.5 0/1114
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. Bond lengths Bond angles

Mol | Chain | o771 59 | RMSZ #Z| >2

1 KN | 033 | 0/801 | 0.57 0/1114

1 KO 0.34 0/801 0.56 0/1114

1 LA | 033 | 0/801 | 057 0/1114

1 LB | 035 | 0/801 | 0.59 0/1114

1 LC 0.34 0/801 0.55 0/1114

1 LD | 033 | 0/801 | 057 0/1114

1 LE | 033 | 0/801 | 0.55 0/1114

1 LF | 035 | 0/3801 | 0.56 0/1114

1 LG 0.31 0/801 0.57 0/1114

1 LH | 037 | 0/801 | 0.61 | 1/1114 (0.1%)

1 LI 0.35 | 0/801 | 057 0/1114

1 LJ 0.35 0/801 0.57 0/1114

1 LK 0.34 0/801 0.53 0/1114

1 LL | 036 | 0/3801 | 0.5 0/1114

1 | LM | 035 | 0/801 | 0.55 0/1114

1 LN | 033 | 0/801 | 057 0/1114

1 LO 0.34 0/801 0.56 0/1114
All All 0.34 | 0/144180 | 0.57 | 12/200520 (0.0%)

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

<
)

Chain | #Chirality outliers | # Planarity outliers
AK 0 1

BK
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= = = =] =] =] =] =] =] = =
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There are no bond length outliers.

All (12) bond angle outliers are listed below:
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Mol | Chain | Res | Type | Atoms | Z | Observed(°®) | Ideal(?)
1 IH 133 | GLY | N-CA-C | -5.74 98.75 113.10
1 CH 133 | GLY | N-CA-C | -5.73 98.77 113.10
1 FH 133 | GLY | N-CA-C | -5.73 98.77 113.10
1 LH 133 | GLY | N-CA-C | -5.73 98.78 113.10
1 EH 133 | GLY | N-CA-C | -5.72 98.79 113.10
1 DH 133 | GLY | N-CA-C | -5.72 98.79 113.10
1 HH 133 | GLY | N-CA-C | -5.72 98.80 113.10
1 KH 133 | GLY | N-CA-C | -5.72 98.80 113.10
1 BH 133 | GLY | N-CA-C | -5.72 98.80 113.10
1 GH 133 | GLY | N-CA-C | -5.72 98.80 113.10
1 JH 133 | GLY | N-CA-C | -5.72 98.81 113.10
1 AH 133 | GLY | N-CA-C | -5.71 98.83 113.10

There are no chirality outliers.

All (12) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 AK 6 GLY | Peptide
1 BK 6 GLY | Peptide
1 CK 6 GLY | Peptide
1 DK 6 GLY | Peptide
1 EK 6 GLY | Peptide
1 FK 6 GLY | Peptide
1 GK 6 GLY | Peptide
1 HK 6 GLY | Peptide
1 IK 6 GLY | Peptide
1 JK 6 GLY | Peptide
1 KK 6 GLY | Peptide
1 LK 6 GLY | Peptide

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AA 798 0 416 5 0
1 AB 798 0 416 8 0
1 AC 798 0 416 4 0
1 AD 798 0 416 6 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AE 798 0 416 5 0
1 AF 798 0 416 5 0
1 AG 798 0 416 5 0
1 AH 798 0 416 7 0
1 Al 798 0 416 4 0
1 Al 798 0 416 3 0
1 AK 798 0 416 8 0
1 AL 798 0 416 7 0
1 AM 798 0 416 4 0
1 AN 798 0 416 7 0
1 AO 798 0 416 6 0
1 BA 798 0 416 5 0
1 BB 798 0 416 9 0
1 BC 798 0 416 4 0
1 BD 798 0 416 6 0
1 BE 798 0 416 8 0
1 BF 798 0 416 5 0
1 BG 798 0 416 5 0
1 BH 798 0 416 7 0
1 BI 798 0 416 5 0
1 BJ 798 0 416 2 0
1 BK 798 0 416 7 0
1 BL 798 0 416 6 0
1 BM 798 0 416 4 0
1 BN 798 0 416 6 0
1 BO 798 0 416 5 0
1 CA 798 0 416 6 0
1 CB 798 0 416 8 0
1 cC 798 0 416 4 0
1 CD 798 0 416 6 0
1 CE 798 0 416 8 0
1 CF 798 0 416 6 0
1 CG 798 0 416 5 0
1 CH 798 0 416 7 0
1 CI 798 0 416 5 0
1 CJ 798 0 416 3 0
1 CK 798 0 416 8 0
1 CL 798 0 416 7 0
1 CM 798 0 416 4 0
1 CN 798 0 416 7 0
1 CO 798 0 416 6 0
1 DA 798 0 416 6 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 DB 798 0 416 8 0
1 DC 798 0 416 4 0
1 DD 798 0 416 6 0
1 DE 798 0 416 7 0
1 DF 798 0 416 5 0
1 DG 798 0 416 5 0
1 DH 798 0 416 7 0
1 DI 798 0 416 4 0
1 DJ 798 0 416 3 0
1 DK 798 0 416 8 0
1 DL 798 0 416 6 0
1 DM 798 0 416 4 0
1 DN 798 0 416 7 0
1 DO 798 0 416 5 0
1 EA 798 0 416 6 0
1 EB 798 0 416 7 0
1 EC 798 0 416 4 0
1 ED 798 0 416 6 0
1 EE 798 0 416 6 0
1 EF 798 0 416 5 0
1 EG 798 0 416 5 0
1 EH 798 0 416 6 0
1 EI 798 0 416 5 0
1 EJ 798 0 416 4 0
1 EK 798 0 416 8 0
1 EL 798 0 416 6 0
1 EM 798 0 416 4 0
1 EN 798 0 416 7 0
1 EO 798 0 416 6 0
1 FA 798 0 416 6 0
1 F'B 798 0 416 8 0
1 FC 798 0 416 4 0
1 FD 798 0 416 6 0
1 FE 798 0 416 5 0
1 FF 798 0 416 5 0
1 FG 798 0 416 5 0
1 F'H 798 0 416 6 0
1 FI 798 0 416 5 0
1 FJ 798 0 416 3 0
1 FK 798 0 416 6 0
1 FL 798 0 416 6 0
1 FM 798 0 416 4 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 FN 798 0 416 8 0
1 FO 798 0 416 5 0
1 GA 798 0 416 5 0
1 GB 798 0 416 8 0
1 GC 798 0 416 4 0
1 GD 798 0 416 6 0
1 GE 798 0 416 7 0
1 GF 798 0 416 6 0
1 GG 798 0 416 5 0
1 GH 798 0 416 6 0
1 GI 798 0 416 5 0
1 GJ 798 0 416 3 0
1 GK 798 0 416 7 0
1 GL 798 0 416 5 0
1 GM 798 0 416 4 0
1 GN 798 0 416 7 0
1 GO 798 0 416 6 0
1 HA 798 0 416 6 0
1 HB 798 0 416 8 0
1 HC 798 0 416 4 0
1 HD 798 0 416 6 0
1 HE 798 0 416 7 0
1 HF 798 0 416 5 0
1 HG 798 0 416 5 0
1 HH 798 0 416 5 0
1 HI 798 0 416 4 0
1 HJ 798 0 416 4 0
1 HK 798 0 416 8 0
1 HL 798 0 416 6 0
1 HM 798 0 416 4 0
1 HN 798 0 416 7 0
1 HO 798 0 416 5 0
1 TA 798 0 416 5 0
1 IB 798 0 416 9 0
1 IC 798 0 416 4 0
1 ID 798 0 416 6 0
1 IE 798 0 416 7 0
1 IF 798 0 416 5 0
1 IG 798 0 416 5 0
1 IH 798 0 416 6 0
1 IT 798 0 416 4 0
1 1J 798 0 416 5 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 IK 798 0 416 6 0
1 IL 798 0 416 7 0
1 IM 798 0 416 4 0
1 IN 798 0 416 8 0
1 IO 798 0 416 5 0
1 JA 798 0 416 5 0
1 JB 798 0 416 9 0
1 JC 798 0 416 4 0
1 JD 798 0 416 6 0
1 JE 798 0 416 6 0
1 JIF 798 0 416 5 0
1 JG 798 0 416 5 0
1 JH 798 0 416 6 0
1 JI 798 0 416 6 0
1 JJ 798 0 416 4 0
1 JK 798 0 416 7 0
1 JL 798 0 416 7 0
1 JM 798 0 416 4 0
1 JN 798 0 416 8 0
1 JO 798 0 416 4 0
1 KA 798 0 416 6 0
1 KB 798 0 416 8 0
1 KC 798 0 416 4 0
1 KD 798 0 416 6 0
1 KE 798 0 416 5 0
1 KF 798 0 416 5 0
1 KG 798 0 416 5 0
1 KH 798 0 416 7 0
1 KI 798 0 416 4 0
1 KJ 798 0 416 3 0
1 KK 798 0 416 7 0
1 KL 798 0 416 7 0
1 KM 798 0 416 4 0
1 KN 798 0 416 8 0
1 KO 798 0 416 4 0
1 LA 798 0 416 6 0
1 LB 798 0 416 8 0
1 LC 798 0 416 4 0
1 LD 798 0 416 6 0
1 LE 798 0 416 6 0
1 LF 798 0 416 4 0
1 LG 798 0 416 5 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 LH 798 0 416 7 0
1 LI 798 0 416 5 0
1 LJ 798 0 416 4 0
1 LK 798 0 416 7 0
1 LL 798 0 416 6 0
1 LM 798 0 416 4 0
1 LN 798 0 416 7 0
1 LO 798 0 416 5 0
All All 143640 0 74880 977 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 4.

All (977) close contacts within the same asymmetric unit are listed below, sorted by their clash
magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:IL:26:LEU:O 1:1L:29:ARG:N 2.17 0.76
1:JL:26:LEU:O 1:JL:29:ARG:N 2.17 0.75
1:LL:26:LEU:O 1:LL:29:ARG:N 2.17 0.73
1:DL:26:LEU:O 1:DL:29:ARG:N 2.17 0.73
1:GL:26:LEU:O 1:GL:29:ARG:N 2.17 0.72
1:BL:26:LEU:O 1:BL:29:ARG:N 2.17 0.72
1:AL:26:LEU:O 1:AL:29:ARG:N 2.17 0.71
1:EL:26:LEU:O 1:EL:29:ARG:N 2.17 0.71
1:CL:26:LEU:O 1:CL:29:ARG:N 2.17 0.71
1:HL:26:LEU:O 1:HL:29:ARG:N 2.17 0.71
1:KL:26:LEU:O 1:KL:29:ARG:N 2.17 0.71
1:FL:26:LEU:O 1:FL:29:ARG:N 2.17 0.70
1:HI:132:HIS:O 1:HI:134:ASN:N 2.25 0.69
1:J1:132:HIS:O 1:JI:134:ASN:N 2.25 0.69
1:AI:132:HIS:O 1:AL:134:ASN:N 2.25 0.69
1:EI1:132:HIS:O 1:EI1:134:ASN:N 2.25 0.69
1:K1:132:HIS:O 1:KI:134:ASN:N 2.25 0.69
1:GI:132:HIS:O 1:GI:134:ASN:N 2.25 0.69
1:CI:132:HIS:O 1:CI:134:ASN:N 2.25 0.69
1:DI:132:HIS:O 1:DI:134:ASN:N 2.25 0.69
1:HI:82:ILE:O 1:HI:84:GLY:N 2.26 0.69
1:LI:82:ILE:O 1:LI:84:GLY:N 2.26 0.68
1:11:132:HIS:O 1:11:134: ASN:N 2.25 0.68
1:FI:132:HIS:O 1:F1:134:ASN:N 2.25 0.68
1:GI:82:ILE:O 1:GI:84:GLY:N 2.26 0.68
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:DI:82:ILE:O 1:DI:84:GLY:N 2.26 0.68
1:11:82:ILE: O 1:1I:84:GLY:N 2.26 0.68
1:LI1:132:HIS:O 1:L1:134:ASN:N 2.25 0.68
1:CIL:82:ILE:O 1:CI:84:GLY:N 2.26 0.68
1:LG:82:ILE:O 1:LG:84:GLY:N 2.27 0.68
1:BI:132:HIS:O 1:BI:134:ASN:N 2.25 0.68
1:BG:82:ILE:O 1:BG:84:GLY:N 2.27 0.67
1:JG:82:ILE:O 1:JG:84:GLY:N 2.27 0.67
1:BI:82:ILE:O 1:BI:84:GLY:N 2.26 0.67
1:KI:82:.1LE:O 1:KI:84:GLY:N 2.26 0.67
1:HG:82:ILE:O 1:HG:84:GLY:N 2.27 0.67
1:DG:82:ILE:O 1:DG:84:GLY:N 2.27 0.67
1:1G:82:ILE:O 1:1G:84:GLY:N 2.27 0.67
1:AG:82:ILE:O 1:AG:84:GLY:N 2.27 0.67
1:GG:82:ILE:O 1:GG:84:GLY:N 2.27 0.67
1:KG:82:ILE:O 1:KG:84:GLY:N 2.27 0.67
1:AL:82:ILE:O 1:AL:84:GLY:N 2.26 0.67
1:CG:82:ILE:O 1:CG:84:GLY:N 2.27 0.66
1:FG:82:ILE:O 1:FG:84:GLY:N 2.27 0.66
1:EG:82:ILE:O 1:EG:84:GLY:N 2.27 0.66
1:EIL:82:ILE:O 1:EL:84:GLY:N 2.26 0.66
1:FI:82:ILE:O 1:F1:84:GLY:N 2.26 0.66
1:JI:82:ILE:O 1:J1:84:GLY:N 2.26 0.65
1:JD:125:ILE:HA 1:JD:128:ALA:HB3 1.79 0.65
1:BD:125:1LE:HA 1:BD:128:ALA:HB3 1.79 0.65
1:AD:125:ILE:HA | 1:AD:128:ALA:HB3 1.79 0.65
1:FD:125:ILE:HA 1:FD:128:ALA:HB3 1.79 0.65
1:DD:125:ILE:HA | 1:DD:128:ALA:HB3 1.79 0.65
1:CD:125:ILE:HA 1:CD:128:ALA:HB3 1.79 0.64
1:KD:125:ILE:HA | 1:KD:128:ALA:HB3 1.79 0.64
1:ED:125:ILE:HA 1:ED:128:ALA:HB3 1.79 0.64
1:GD:125:ILE:HA | 1:GD:128:ALA:HB3 1.79 0.64
1:GM:40:ARG:O 1:LL:8:LEU:N 2.31 0.64
1:JL:8:LEU:N 1:KM:40:ARG:O 2.31 0.64
1:EM:40:ARG:O 1:KL:8:LEU:N 2.31 0.64
1:AL:8:LEU:N 1:FM:40:ARG:O 2.31 0.64
1:AM:40:ARG:O 1:HL:8&:LEU:N 2.31 0.63
1:BL:8:LEU:N 1:LM:40:ARG:O 2.31 0.63
1:CM:40:ARG:O 1:DL:8:LEU:N 2.31 0.63
1:LD:125:ILE:HA 1:LD:128:ALA:HB3 1.79 0.63
1:HD:125:ILE:HA | 1:HD:128:ALA:HB3 1.79 0.63
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:CL:&:LEU:N 1:IM:40:ARG:O 2.31 0.63
1:DM:40:ARG:O 1:1L:8:LEU:N 2.31 0.62
1:ID:125:ILE:HA 1:1D:128:ALA:HB3 1.79 0.62
1:EL:8:LEU:N 1:JM:40:ARG:O 2.31 0.62
1:BM:40:ARG:O 1:GL:8:LEU:N 2.31 0.62
1:DB:82:ILE:O 1:DB:84:GLY:N 2.33 0.62
1:FL:8&:LEU:N 1:HM:40:ARG:O 2.31 0.61
1:FB:82:ILE:O 1:FB:84:GLY:N 2.33 0.61
1:JB:82:1LE:O 1:JB:84:GLY:N 2.33 0.61
1:BB:82:ILE:O 1:BB:84:GLY:N 2.33 0.61
1:HB:82:ILE:O 1:HB:84:GLY:N 2.33 0.60
1:KB:82:ILE:O 1:KB:84:GLY:N 2.33 0.60
1:AB:82:ILE:O 1:AB:84:GLY:N 2.33 0.60
1:GB:82:ILE:O 1:GB:84:GLY:N 2.33 0.60
1:CB:82:ILE:O 1:CB:84:GLY:N 2.33 0.60
1:LB:82:ILE:O 1:LB:84:GLY:N 2.33 0.60
1:1B:82:ILE:O 1:1B:84:GLY:N 2.33 0.60
1:EB:82:ILE:O 1:EB:84:GLY:N 2.33 0.60
1:FF:132:HIS:O 1:FF:134:ASN:N 2.36 0.59
1:HF:132:HIS:O 1:HF:134:ASN:N 2.36 0.59
1:1F:132:HIS:O 1:1F:134:ASN:N 2.36 0.59
1:LB:19:ALA:O 1:LB:52:ARG:HA 2.03 0.59
1:AF:132:HIS:O 1:AF:134:ASN:N 2.36 0.59
1:EB:19:ALA:O 1:EB:52: ARG:HA 2.03 0.59
1:FB:19:ALA:O 1:FB:52:ARG:HA 2.03 0.59
1:GF:132:HIS: O 1:GF:134:ASN:N 2.36 0.59
1:HB:19:ALA:O 1:HB:52:ARG:HA 2.03 0.59
1:EF:132:HIS:O 1:EF:134:ASN:N 2.36 0.59
1:KF:132:HIS:O 1:KF:134:ASN:N 2.36 0.59
1:GB:19:ALA:O 1:GB:52:ARG:HA 2.03 0.59
1:DF:132:HIS:O 1:DF:134:ASN:N 2.36 0.59
1:GI:85:ALA:HB1 1:GIL:87:PRO:HD2 1.85 0.59
1:KB:19:ALA:O 1:KB:52:ARG:HA 2.03 0.59
1:BF:132:HIS:O 1:BF:134:ASN:N 2.36 0.58
1:HI:85:ALA:HB1 1:HI:87:PRO:HD2 1.85 0.58
1:JB:19:ALA:O 1:JB:52: ARG:HA 2.03 0.58
1:1B:19:ALA:O 1:IB:52: ARG:HA 2.03 0.58
1:DB:19:ALA:O 1:DB:52:ARG:HA 2.03 0.58
1:JF:132:HIS:O 1:JF:134:ASN:N 2.36 0.58
1:LF:132:HIS:O 1:LF:134:ASN:N 2.36 0.58
1:CF:132:HIS:O 1:CF:134:ASN:N 2.36 0.58
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1:BB:19:ALA:O 1:BB:52:ARG:HA 2.03 0.58
1:DI:85:ALA:HB1 1:DI:87:PRO:HD2 1.85 0.58
1:1I:85:ALA:HB1 1:1I:87:PRO:HD?2 1.85 0.58
1:J1:85:ALA:HB1 1:JI:87:PRO:HD2 1.85 0.58
1:EIL:85:ALA:HBI1 1:EL:87:PRO:HD2 1.85 0.58
1:L1:85:ALA:HB1 1:LI:87:PRO:HD?2 1.85 0.58
1:AB:19:ALA:O 1:AB:52:ARG:HA 2.03 0.58
1:DN:10:ALA:HB3 1:DN:43:GLY:H 1.69 0.58
1:GH:19:ALA:O 1:GH:52:ARG:HA 2.04 0.58
1:JH:19:ALA:O 1:JH:52:ARG:HA 2.04 0.58
1:CI:85:ALA:HB1 1:CI:87:PRO:HD2 1.85 0.57
1:KH:19:ALA:O 1:KH:52:ARG:HA 2.04 0.57
1:BH:19:ALA:O 1:BH:52:ARG:HA 2.04 0.57
1:CB:19:ALA:O 1:CB:52:ARG:HA 2.03 0.57
1.EF:82:ILE:O 1:EF:84:GLY:N 2.37 0.57
1:F1:85:ALA:HB1 1:F1:87:PRO:HD?2 1.85 0.57
1:HH:19:ALA:O 1:HH:52:ARG:HA 2.04 0.57
1:KN:10:ALA:HB3 1:KN:43:GLY:H 1.69 0.57
1:DF:82:ILE:O 1:DF:84:GLY:N 2.37 0.57
1:FF:82:ILE:O 1:FF:84:GLY:N 2.38 0.57
1:JF:82:ILE:O 1:JF:84:GLY:N 2.37 0.57
1:KI:85:ALA:HB1 1:KI:87:PRO:HD2 1.85 0.57
1:LF:82:ILE:O 1:LF:84:GLY:N 2.38 0.57
1:CN:10:ALA:HB3 1:CN:43:GLY:H 1.69 0.57
1:AL:85:ALA:HB1 1:AL:87:PRO:HD2 1.85 0.57
1:FH:19:ALA:O 1:FH:52:ARG:HA 2.04 0.57
1:GF:82:ILE:O 1:GF:84:GLY:N 2.37 0.57
1:AF:82:ILE:O 1:AF:84:GLY:N 2.37 0.57
1:BF:82:ILE:O 1:BF:84:GLY:N 2.38 0.57
1:CC:82:ILE:O 1:CC:84:GLY:N 2.38 0.57
1:DH:19:ALA:O 1:DH:52: ARG:HA 2.04 0.57
1:HF:82:ILE:O 1:HF:84:GLY:N 2.38 0.57
1:KF:82:ILE:O 1:KF:84:GLY:N 2.37 0.57
1:KB:81:LEU:O 1:KB:117:THR:HA 2.05 0.57
1:BI:85:ALA:HB1 1:BI:87:PRO:HD?2 1.85 0.57
1:EB:81:LEU:O 1:EB:117:THR:HA 2.05 0.57
1:FN:10:ALA:HB3 1:FN:43:GLY:H 1.69 0.57
1:HB:81:LEU:O 1:HB:117:THR:HA 2.05 0.57
1:.IF:82:ILE:O 1:.IF:84:GLY:N 2.37 0.57
1:IN:10:ALA:HB3 1:IN:43:GLY:H 1.69 0.57
1:LN:10:ALA:HB3 1:LN:43:GLY:H 1.69 0.57
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1:EH:19:ALA:O 1:EH:52:ARG:HA 2.04 0.57
1:LH:19:ALA:O 1:LH:52:ARG:HA 2.04 0.57
1:AC:82:ILE:O 1:AC:84:GLY:N 2.38 0.56
1:AH:19:ALA:O 1:AH:52:ARG:HA 2.04 0.56
1:GC:82:ILE:O 1:GC:84:GLY:N 2.38 0.56
1:JB:81:LEU:O 1:JB:117:THR:HA 2.05 0.56
1:BC:82:ILE:O 1:BC:84:GLY:N 2.38 0.56
1:DD:10:ALA:HB3 1:DD:43:GLY:H 1.70 0.56
1:KD:10:ALA:HB3 1:KD:43:GLY:H 1.70 0.56
1:AN:10:ALA:HB3 1:AN:43:GLY:H 1.69 0.56
1:DC:82:ILE:O 1:DC:84:GLY:N 2.38 0.56
1:FB:81:LEU:O 1:FB:117:THR:HA 2.05 0.56
1:HC:82:ILE:O 1:HC:84:GLY:N 2.38 0.56
1:JE:82:ILE:O 1:JE:84:GLY:N 2.38 0.56
1:.KC:82:ILE:O 1:.KC:84:GLY:N 2.38 0.56
1:AB:81:LEU:O 1:AB:117:THR:HA 2.05 0.56
1:BB:81:LEU:O 1:BB:117:THR:HA 2.05 0.56
1:CB:81:LEU:O 1:CB:117:THR:HA 2.05 0.56
1:CF:82:ILE:O 1:CF:84:GLY:N 2.37 0.56
1:GB:81:LEU:O 1:GB:117:THR:HA 2.05 0.56
1:HN:10:ALA:HB3 1:HN:43:GLY:H 1.69 0.56
1:LB:81:LEU:O 1:LB:117:THR:HA 2.05 0.56
1:GN:10:ALA:HB3 1:GN:43:GLY:H 1.69 0.56
1:BA:132:HIS:O 1:BA:134:ASN:N 2.39 0.56
1:CH:19:ALA:O 1:CH:52:ARG:HA 2.04 0.56
1:FC:82:ILE:O 1:FC:84:GLY:N 2.38 0.56
1:HA:132:HIS:O 1:HA:134:ASN:N 2.39 0.56
1:1H:19:ALA:O 1:1H:52:ARG:HA 2.04 0.56
1:GE:82:1LE:O 1:GE:84:GLY:N 2.38 0.56
1:HD:10:ALA:HB3 1:HD:43:GLY:H 1.70 0.56
1:JN:10:ALA:HB3 1:JN:43:GLY:H 1.69 0.56
1:LC:82:ILE:O 1:LC:84:GLY:N 2.38 0.56
1:DE:82:ILE:O 1:DE:84:GLY:N 2.38 0.56
1:FD:10:ALA:HB3 1:FD:43:GLY:H 1.71 0.56
1:IB:81:LEU:O 1:1B:117:THR:HA 2.05 0.56
1:JC:82:ILE:O 1:JC:84:GLY:N 2.38 0.56
1:AJ:154:ARG:HA 1:AJ:157:HIS:CB 2.36 0.56
1:CJ:154:ARG:HA 1:CJ:157:HIS:CB 2.36 0.56
1:DB:81:LEU:O 1:DB:117:THR:HA 2.05 0.56
1:FA:132:HIS:O 1:FA:134:ASN:N 2.39 0.56
1:.1C:82:ILE:O 1:1C:84:GLY:N 2.38 0.56
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1:AD:10:ALA:HB3 1:AD:43:GLY:H 1.70 0.56
1:EC:82:ILE:O 1:EC:84:GLY:N 2.38 0.56
1:EK:19:ALA:O 1:EK:52:ARG:HA 2.06 0.56
1:FJ:154:ARG:HA 1:FJ:157:HIS:CB 2.36 0.56
1:GD:10:ALA:HB3 1:GD:43:GLY:H 1.70 0.56
1:JA:132:HIS:O 1:JA:134:ASN:N 2.39 0.56
1:BN:10:ALA:HB3 1:BN:43:GLY:H 1.69 0.56
1:JK:19:ALA:O 1:JK:52:ARG:HA 2.06 0.56
1:LJ:154:ARG:HA 1:LJ:157:HIS:CB 2.36 0.56
1:BK:19:ALA:O 1:BK:52:ARG:HA 2.06 0.55
1:ED:10:ALA:HB3 1:ED:43:GLY:H 1.70 0.55
1:KE:82:ILE:O 1:KE:84:GLY:N 2.38 0.55
1:KK:19:ALA:O 1:KK:52:ARG:HA 2.06 0.55
1:LK:19:ALA:O 1:LK:52:ARG:HA 2.06 0.55
1:AK:19:ALA:O 1:AK:52:ARG:HA 2.06 0.55
1:EN:10:ALA:HB3 1:EN:43:GLY:H 1.69 0.55
1:KJ:154:ARG:HA 1:KJ:157:HIS:CB 2.36 0.55
1:LD:10:ALA:HB3 1:LD:43:GLY:H 1.70 0.55
1:BE:82:ILE:O 1:BE:84:GLY:N 2.38 0.55
1:IE:78:ILE:HA 1:1E:114:GLY:O 2.07 0.55
1:JJ:154:ARG:HA 1:JJ:157:HIS:CB 2.36 0.55
1:KE:78:ILE:HA 1:KE:114:GLY:O 2.07 0.55
1:.FE:82:ILE:O 1:FE:84:GLY:N 2.38 0.55
1:ID:10:ALA:HB3 1:I1D:43:GLY:H 1.71 0.55
1:AA:132:HIS:O 1:AA:134:ASN:N 2.39 0.55
1:BJ:154:ARG:HA 1:BJ:157:HIS:CB 2.36 0.55
1:CE:78:ILE:HA 1:CE:114:GLY:O 2.07 0.55
1:JD:10:ALA:HB3 1:JD:43:GLY:H 1.70 0.55
1:BD:10:ALA:HB3 1:BD:43:GLY:H 1.70 0.55
1:.1E:82:ILE:O 1:.IE:84:GLY:N 2.38 0.55
1.LE:78:ILE:HA 1:LE:114:GLY:O 2.07 0.55
1:CD:10:ALA:HB3 1:CD:43:GLY:H 1.70 0.55
1:EJ:154:ARG:HA 1:EJ:157:HIS:CB 2.36 0.55
1:GJ:154:ARG:HA 1:GJ:157:HIS:CB 2.36 0.55
1:EE:78:ILE:HA 1:EE:114:GLY:O 2.07 0.55
1:EB:57:TRP:O 1:EB:60:PRO:HD2 2.07 0.55
1:FB:57:-TRP:O 1:FB:60:PRO:HD2 2.07 0.55
1:HK:19:ALA:O 1:HK:52:ARG:HA 2.06 0.55
1:1K:19:ALA:O 1:IK:52:ARG:HA 2.06 0.55
1:LB:57:TRP:O 1:LB:60:PRO:HD2 2.07 0.55
1:BE:78:ILE:HA 1:BE:114:GLY:O 2.07 0.54
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1:CK:19:ALA:O 1:CK:52:ARG:HA 2.06 0.54
1:JE:78:ILE:HA 1:JE:114:GLY:O 2.07 0.54
1:CE:82:ILE:O 1:CE:84:GLY:N 2.38 0.54
1:DK:19:ALA:O 1:DK:52:ARG:HA 2.06 0.54
1:GB:57:TRP:O 1:GB:60:PRO:HD2 2.07 0.54
1:GE:78:ILE:HA 1:GE:114:GLY:O 2.07 0.54
1:1J:154:ARG:HA 1:1J:157:HIS:CB 2.36 0.54
1:DB:57: TRP:0O 1:DB:60:PRO:HD2 2.07 0.54
1.FE:78:ILE:HA 1:FE:114:GLY:O 2.07 0.54
1:FK:19:ALA:O 1.FK:52:ARG:HA 2.06 0.54
1:HJ:154:ARG:HA 1:HJ:157:HIS:CB 2.36 0.54
1:JB:57:TRP:0O 1:JB:60:PRO:HD2 2.07 0.54
1:JJ:82:ILE:O 1:JJ:84:GLY:N 2.41 0.54
1:AE:78:ILE:HA 1:AE:114:GLY:O 2.07 0.54
1:DJ:154:ARG:HA 1:DJ:157:HIS:CB 2.36 0.54
1:HE:82:ILE:O 1:HE:84:GLY:N 2.38 0.54
1:DA:132:HIS:O 1:DA:134:ASN:N 2.39 0.54
1:DJ:82:ILE:O 1:DJ:84:GLY:N 2.41 0.54
1:HE:78:ILE:HA 1:HE:114:GLY:O 2.07 0.54
1:FJ:82:ILE:O 1:FJ:84:GLY:N 2.41 0.54
1:1L:154:ARG:HA 1:.IL:157:HIS:CB 2.38 0.54
1:KJ:82:ILE:O 1:KJ:84:GLY:N 2.41 0.54
1:BB:57:TRP:O 1:BB:60:PRO:HD2 2.07 0.54
1:BJ:82:1LE:O 1:BJ:84:GLY:N 2.41 0.54
1:CB:57:TRP:O 1:CB:60:PRO:HD2 2.07 0.54
1:CJ:82:ILE:O 1:CJ:84:GLY:N 2.41 0.54
1:FI:40:ARG:O 1:IH:8:LEU:N 2.41 0.54
1:HJ:82:ILE:O 1:HJ:84:GLY:N 2.41 0.54
1:BL:154:ARG:HA 1:BL:157:HIS:CB 2.38 0.54
1:GK:19:ALA:O 1:GK:52:ARG:HA 2.06 0.53
1:DE:78:ILE:HA 1:DE:114:GLY:O 2.07 0.53
1:EL:154:ARG:HA 1:EL:157:HIS:CB 2.38 0.53
1:EH:8:LEU:N 1:GIL:40:ARG:O 2.41 0.53
1:HB:57:TRP:O 1:HB:60:PRO:HD?2 2.07 0.53
1:HL:154:ARG:HA 1:HL:157:HIS:CB 2.38 0.53
1:AJ:82:ILE:O 1:AJ:84:GLY:N 2.41 0.53
1:CL:154:ARG:HA 1:CL:157:HIS:CB 2.38 0.53
1:AE:82:ILE:O 1:AE:84:GLY:N 2.38 0.53
1:DD:78:ILE:HA 1:DD:114:GLY:O 2.09 0.53
1:DL:154:ARG:HA 1:DL:157:HIS:CB 2.38 0.53
1:1J:82:ILE:O 1:1J:84:GLY:N 2.41 0.53
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1:JL:154:ARG:HA 1:JL:157:HIS:CB 2.38 0.53
1:AB:57:TRP:O 1:AB:60:PRO:HD2 2.07 0.53
1:EJ:82:ILE:O 1:EJ:84:GLY:N 2.41 0.53
1:FD:78:1ILE:HA 1:FD:114:GLY:O 2.09 0.53
1:LJ:82:ILE:O 1:LJ:84:GLY:N 2.41 0.53
1:CA:132:HIS:O 1:CA:134:ASN:N 2.39 0.53
1:GJ:82:ILE:O 1:GJ:84:GLY:N 2.41 0.53
1:GL:154:ARG:HA 1:GL:157:HIS:CB 2.38 0.53
1:CH:8:LEU:N 1:J1:40:ARG:O 2.41 0.53
1:KB:57:TRP:O 1:KB:60:PRO:HD2 2.07 0.53
1:AH:8:LEU:N 1:EL:40:ARG:O 2.41 0.53
1:JD:78:ILE:HA 1:JD:114:GLY:O 2.09 0.53
1:LD:78:ILE:HA 1:LD:114:GLY:O 2.09 0.53
1:LL:154:ARG:HA 1:LL:157:HIS:CB 2.38 0.53
1:AL:154:ARG:HA 1:AL:157:HIS:CB 2.38 0.53
1:KA:132:HIS:O 1:KA:134:ASN:N 2.39 0.53
1:KL:154:ARG:HA 1:KL:157:HIS:CB 2.38 0.53
1:ED:78:ILE:HA 1:ED:114:GLY:O 2.09 0.53
1:FH:8:LEU:N 1:LI:40:ARG:O 2.41 0.53
1:FL:154:ARG:HA 1:FL:157:HIS:CB 2.38 0.53
1:GA:132:HIS:O 1:GA:134:ASN:N 2.39 0.53
1:AD:78:ILE:HA 1:AD:114:GLY:O 2.09 0.52
1:CD:78:ILE:HA 1:CD:114:GLY:O 2.09 0.52
1:EE:82:ILE:O 1:EE:84:GLY:N 2.38 0.52
1:IB:57:TRP:O 1:IB:60:PRO:HD?2 2.07 0.52
1:GD:78:ILE:HA 1:GD:114:GLY:O 2.09 0.52
1:HD:78:ILE:HA 1:HD:114:GLY:O 2.09 0.52
1:ID:78:ILE:HA 1:1D:114:GLY:O 2.09 0.52
1:KD:78:ILE:HA 1:KD:114:GLY:O 2.09 0.52
1:BD:78:1LE:HA 1:BD:114:GLY:O 2.09 0.52
1:GK:23:ASN:O 1:GK:25:ALA:N 2.43 0.52
1:FK:23:ASN:O 1.FK:25:ALA:N 2.43 0.52
1:FN:82:ILE:O 1:FN:84:GLY:N 2.43 0.52
1:DI:40:ARG:O 1:KH:8:LEU:N 2.41 0.52
1:KN:82:ILE:O 1:KN:84:GLY:N 2.43 0.52
1:AM:78:.ILE:HA 1:AM:114:GLY:O 2.10 0.52
1:BH:8:LEU:N 1:KI:40:ARG:O 2.41 0.52
1:CN:82:ILE:O 1:CN:84:GLY:N 2.43 0.52
1:TA:132:HIS:O 1:TA:134:ASN:N 2.39 0.52
1:EA:132:HIS:O 1:EA:134:ASN:N 2.39 0.52
1:CIL:40:ARG:O 1:HH:8:LEU:N 2.41 0.52
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1:KM:78:ILE:HA 1:KM:114:GLY:O 2.10 0.52
1:LK:23:ASN:O 1:LK:25:ALA:N 2.43 0.52
1.LM:78:ILE:HA 1:.LM:114:GLY:O 2.10 0.52
1:BK:23:ASN:O 1:BK:25:ALA:N 2.43 0.52
1:CM:78:ILE:HA 1:CM:114:GLY:O 2.10 0.52
1:DK:23:ASN:O 1:DK:25:ALA:N 2.43 0.52
1:HK:23:ASN:O 1:HK:25:ALA:N 2.43 0.51
1:HN:82:ILE:O 1:HN:84:GLY:N 2.43 0.51
1:HI:40:ARG:O 1:JH:8:LEU:N 2.41 0.51
1:JK:23:ASN:O 1:.JK:25:ALA:N 2.43 0.51
1:.JM:78:ILE:HA 1:JM:114:GLY:O 2.10 0.51
1:BD:10:ALA:HB3 1:BD:43:GLY:N 2.26 0.51
1:ED:10:ALA:HB3 1:ED:43:GLY:N 2.26 0.51
1:FD:10:ALA:HB3 1:FD:43:GLY:N 2.26 0.51
1:FM:78:ILE:HA 1:FM:114:GLY:O 2.10 0.51
1:GD:10:ALA:HB3 1:GD:43:GLY:N 2.26 0.51
1:GM:78:ILE:HA 1:GM:114:GLY:O 2.10 0.51
1:ID:10:ALA:HB3 1:ID:43:GLY:N 2.26 0.51
1:IM:78:ILE:HA 1:IM:114:GLY:O 2.10 0.51
1:JN:82:ILE:O 1:JN:84:GLY:N 2.43 0.51
1:BM:78:ILE:HA 1:BM:114:GLY:O 2.10 0.51
1:10:19:ALA:O 1:10:52: ARG:HA 2.11 0.51
1:AD:10:ALA:HB3 1:AD:43:GLY:N 2.26 0.51
1:KB:10:ALA:N 1:KB:41:HIS:O 2.44 0.51
1:AK:23:ASN:O 1:AK:25:ALA:N 2.43 0.51
1:BO:19:ALA:O 1:BO:52:ARG:HA 2.11 0.51
1:EM:78:ILE:HA 1:EM:114:GLY:O 2.10 0.51
1:1K:23:ASN:O 1:IK:25:ALA:N 2.43 0.51
1:JO:19:ALA:O 1:JO:52:ARG:HA 2.11 0.51
1:LE:82:.ILE:O 1:LE:84:GLY:N 2.38 0.51
1:11:40:ARG:O 1:LH:8:LEU:N 2.41 0.51
1:AB:10:ALA:N 1:AB:41:HIS:O 2.44 0.51
1:AL:40:ARG:O 1:GH:8:LEU:N 2.41 0.51
1:CK:23:ASN:O 1:CK:25:ALA:N 2.43 0.51
1:DB:10:ALA:N 1:DB:41:HIS:O 2.44 0.51
1:EK:23:ASN:O 1:EK:25:ALA:N 2.43 0.51
1:GN:82:ILE:O 1:GN:84:GLY:N 2.43 0.51
1:KK:23:ASN:O 1:KK:25:ALA:N 2.43 0.51
1:EB:10:ALA:N 1:EB:41:HIS:O 2.44 0.51
1:AN:82:ILE:O 1:AN:84:GLY:N 2.43 0.51
1:BI:40:ARG:O 1:DH:8:LEU:N 2.41 0.51
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1:CB:10:ALA:N 1:CB:41:HIS:O 2.44 0.51
1:DO:19:ALA:O 1:DO:52:ARG:HA 2.11 0.51
1:HD:10:ALA:HB3 1:HD:43:GLY:N 2.26 0.51
1:KD:10:ALA:HB3 1:KD:43:GLY:N 2.26 0.51
1:KO:19:ALA:O 1:KO:52:ARG:HA 2.11 0.51
1:LD:10:ALA:HB3 1:LD:43:GLY:N 2.26 0.51
1:LO:19:ALA:O 1:LO:52:ARG:HA 2.11 0.51
1:AC:78:ILE:HA 1:AC:114:GLY:O 2.11 0.50
1:CD:10:ALA:HB3 1:CD:43:GLY:N 2.26 0.50
1:.DM:78:ILE:HA 1:DM:114:GLY:O 2.10 0.50
1:DN:82:ILE:O 1:DN:84:GLY:N 2.43 0.50
1:KC:78:ILE:HA 1:KC:114:GLY:O 2.11 0.50
1:CC:78:ILE:HA 1:CC:114:GLY:O 2.11 0.50
1:EO:19:ALA:O 1:EO:52:ARG:HA 2.11 0.50
1:GC:78:ILE:HA 1:GC:114:GLY:O 2.11 0.50
1:GO:19:ALA:O 1:GO:52:ARG:HA 2.11 0.50
1:LA:132:HIS:O 1:LA:134:ASN:N 2.39 0.50
1:LN:82:ILE:O 1:LN:84:GLY:N 2.43 0.50
1:BN:82:ILE:O 1:BN:84:GLY:N 2.43 0.50
1:EC:78:ILE:HA 1:EC:114:GLY:O 2.11 0.50
1:FO:19:ALA:O 1:FO:52:ARG:HA 2.11 0.50
1:HO:19:ALA:O 1:HO:52:ARG:HA 2.11 0.50
1:IB:10:ALA:N 1:1B:41:HIS:O 2.44 0.50
1:IN:82:ILE:O 1:IN:84:GLY:N 2.43 0.50
1:JD:10:ALA:HB3 1:JD:43:GLY:N 2.26 0.50
1:GB:10:ALA:N 1:GB:41:HIS:O 2.44 0.50
1:HM:78:ILE:HA 1:HM:114:GLY:O 2.10 0.50
1:JB:10:ALA:N 1:JB:41:HIS:O 2.44 0.50
1:DD:10:ALA:HB3 1:DD:43:GLY:N 2.26 0.50
1:BC:78:ILE:HA 1:BC:114:GLY:O 2.11 0.50
1:DC:78:ILE:HA 1:DC:114:GLY:O 2.11 0.50
1:.I1C.78:ILE:HA 1:1C:114:GLY:O 2.11 0.50
1:KH:57:TRP:O 1:KH:60:PRO:HD2 2.12 0.50
1:BB:10:ALA:N 1:BB:41:HIS:O 2.44 0.50
1:CL:121:LEU:O 1:CL:124:ALA:HB3 2.12 0.50
1:EN:154:ARG:HA 1:EN:157:HIS:CB 2.42 0.50
1:.1L:121:LEU:O 1:11:124:ALA:HB3 2.12 0.50
1:LB:10:ALA:N 1:1LB:41:HIS:O 2.44 0.50
1:AO:19:ALA:O 1:A0O:52:ARG:HA 2.11 0.50
1:BN:154:ARG:HA 1:BN:157:HIS:CB 2.42 0.50
1:CO:19:ALA:O 1:CO:52:ARG:HA 2.11 0.50
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1:EH:57:TRP:O 1:EH:60:PRO:HD?2 2.12 0.50
1:FH:57:TRP:O 1:FH:60:PRO:HD2 2.12 0.50
1:GN:154:ARG:HA 1:GN:157:HIS:CB 2.42 0.50
1:HH:57: TRP:O 1:HH:60:PRO:HD2 2.12 0.50
1:JN:154:ARG:HA 1:JN:157:HIS:CB 2.42 0.50
1:AH:57:TRP:O 1:AH:60:PRO:HD2 2.12 0.50
1:GL:121:LEU:O 1:GL:124:ALA:HB3 2.12 0.50
1:JC:78:ILE:HA 1:JC:114:GLY:O 2.11 0.50
1:KN:154:ARG:HA 1:KN:157:HIS:CB 2.42 0.50
1:LN:154:ARG:HA 1:LN:157:HIS:CB 2.42 0.50
1:EN:82:ILE:O 1:EN:84:GLY:N 2.43 0.49
1:FN:154:ARG:HA 1:FN:157:HIS:CB 2.42 0.49
1:AN:154:ARG:HA 1:AN:157:HIS:CB 2.42 0.49
1:CN:154:ARG:HA 1:CN:157:HIS:CB 2.42 0.49
1:EL:121:LEU:O 1:EL:124:ALA:HB3 2.12 0.49
1:LN:10:ALA:HB3 1:LN:43:GLY:N 2.28 0.49
1:BH:57: TRP:O 1:BH:60:PRO:HD?2 2.12 0.49
1:BN:10:ALA:HB3 1:BN:43:GLY:N 2.28 0.49
1:FC:78:ILE:HA 1:FC:114:GLY:O 2.12 0.49
1:HL:121:LEU:O 1:HL:124:ALA:HB3 2.12 0.49
1:JN:10:ALA:HB3 1:JN:43:GLY:N 2.28 0.49
1:FB:10:ALA:N 1:FB:41:HIS:O 2.44 0.49
1:IN:154:ARG:HA 1:IN:157:HIS:CB 2.42 0.49
1:LL:121:LEU:O 1:LL:124:ALA:HB3 2.12 0.49
1:AL:121:LEU:O 1:AL:124:ALA:HB3 2.12 0.49
1:DN:154:ARG:HA 1:DN:157:HIS:CB 2.42 0.49
1:HC:78:ILE:HA 1:HC:114:GLY:O 2.11 0.49
1:JL:121:LEU:O 1:JL:124:ALA:HB3 2.12 0.49
1.LC:78:ILE:HA 1:LC:114:GLY:O 2.11 0.49
1:HN:154:ARG:HA 1:HN:157:HIS:CB 2.42 0.49
1:.IH:57:TRP:O 1:IH:60:PRO:HD2 2.12 0.49
1:BL:121:LEU:O 1:BL:124:ALA:HB3 2.12 0.49
1:LH:57:TRP:O 1:LH:60:PRO:HD2 2.12 0.49
1:CH:57:TRP:O 1:CH:60:PRO:HD2 2.12 0.49
1:DH:57:TRP:O 1:DH:60:PRO:HD?2 2.12 0.49
1:FL:121:LEU:O 1:FL:124:ALA:HB3 2.12 0.49
1:FN:10:ALA:HB3 1:FN:43:GLY:N 2.28 0.49
1:JH:57:TRP:O 1:JH:60:PRO:HD?2 2.12 0.49
1:KL:121:LEU:O 1:KL:124:ALA:HB3 2.12 0.49
1:AD:79:GLY:O 1:AD:115:VAL:HA 2.14 0.48
1:FD:79:GLY:O 1:FD:115:VAL:HA 2.13 0.48
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1:BO:82:ILE:O 1:BO:84:GLY:N 2.46 0.48
1:DL:121:LEU:O 1:DL:124:ALA:HB3 2.12 0.48
1:EO:82:ILE:O 1:EO:84:GLY:N 2.46 0.48
1:GH:57:TRP:O 1:GH:60:PRO:HD2 2.12 0.48
1:GO:82:ILE:O 1:GO:84:GLY:N 2.46 0.48
1:ID:79:GLY:O 1:I1D:115:VAL:HA 2.14 0.48
1:IN:10:ALA:HB3 1:IN:43:GLY:N 2.28 0.48
1:GD:79:GLY:O 1:GD:115:VAL:HA 2.13 0.48
1:HD:79:GLY:O 1:HD:115:VAL:HA 2.14 0.48
1:.1K:82:1LE:O 1:.1K:84:GLY:N 2.44 0.48
1:JO:82:ILE:O 1:JO:84:GLY:N 2.46 0.48
1:AA:78:ILE:HA 1:AA:114:GLY:O 2.14 0.48
1:AO:82:ILE:O 1:AO:84:GLY:N 2.46 0.48
1:EN:10:ALA:HB3 1:EN:43:GLY:N 2.28 0.48
1:GA:78:ILE:HA 1:GA:114:GLY:O 2.14 0.48
1:LA:78:ILE:HA 1:LA:114:GLY:O 2.14 0.48
1:AN:10:ALA:HB3 1:AN:43:GLY:N 2.28 0.48
1:CD:79:GLY:O 1:CD:115:VAL:HA 2.13 0.48
1:EA:78:ILE:HA 1:EA:114:GLY:O 2.14 0.48
1:HN:10:ALA:HB3 1:HN:43:GLY:N 2.28 0.48
1:HO:82:ILE:O 1:HO:84:GLY:N 2.46 0.48
1:KA:78:ILE:HA 1:KA:114:GLY:O 2.14 0.48
1:KO:82:ILE:O 1:KO:84:GLY:N 2.46 0.48
1:CO:82:ILE:O 1:CO:84:GLY:N 2.46 0.48
1:DO:82:ILE:O 1:D0O:84:GLY:N 2.46 0.48
1:ED:79:GLY:O 1:ED:115:VAL:HA 2.13 0.48
1:TA:79:GLY:O 1:IA:115:VAL:HA 2.14 0.48
1:IH:129:GLY:O 1:IH:131:LYS:N 2.47 0.48
1:.1K:131:LYS:C 1:1K:133:GLY:H 2.17 0.48
1:KD:79:GLY:O 1:KD:115:VAL:HA 2.13 0.48
1:KN:10:ALA:HB3 1:KN:43:GLY:N 2.28 0.48
1:LD:79:GLY:O 1:LD:115:VAL:HA 2.13 0.48
1:AH:129:GLY:O 1:AH:131:LYS:N 2.47 0.48
1:AK:131:LYS:C 1:AK:133:GLY:H 2.17 0.48
1:EH:129:GLY:O 1:EH:131:LYS:N 2.47 0.48
1:GH:129:GLY:O 1:GH:131:LYS:N 2.47 0.48
1:HH:129:GLY:O 1:HH:131:LYS:N 2.47 0.48
1:JA:79:GLY:O 1:JA:115:VAL:HA 2.14 0.48
1:JH:129:GLY:O 1:JH:131:LYS:N 2.47 0.48
1:KK:131:LYS:C 1:KK:133:GLY:H 2.17 0.48
1:BK:82:ILE:O 1:BK:84:GLY:N 2.44 0.48
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1:DA:79:GLY:O 1:DA:115:VAL:HA 2.14 0.48
1:DD:79:GLY:O 1:DD:115:VAL:HA 2.14 0.48
1:HK:131:LYS:C 1:HK:133:GLY:H 2.17 0.48
1:AC:19:ALA:O 1:AC:52:ARG:HA 2.14 0.47
1:CA:79:GLY:O 1:CA:115:VAL:HA 2.14 0.47
1:CN:10:ALA:HB3 1:CN:43:GLY:N 2.28 0.47
1:DO:30:LEU:O 1:D0O:33:GLY:N 2.47 0.47
1:FH:129:GLY:O 1:FH:131:LYS:N 2.47 0.47
1:GN:10:ALA:HB3 1:GN:43:GLY:N 2.28 0.47
1:HB:10:ALA:N 1:HB:41:HIS:O 2.44 0.47
1:10:30:LEU:O 1:10:33:GLY:N 2.47 0.47
1:KA:79:GLY:O 1:KA:115:VAL:HA 2.14 0.47
1:LO:82:ILE:O 1:LO:84:GLY:N 2.46 0.47
1:CH:129:GLY:O 1:CH:131:LYS:N 2.47 0.47
1:CK:131:LYS:C 1:CK:133:GLY:H 2.17 0.47
1:.JA:78:ILE:HA 1:JA:114:GLY:O 2.14 0.47
1:JD:79:GLY:O 1:JD:115:VAL:HA 2.14 0.47
1:BO:30:LEU:O 1:BO:33:GLY:N 2.47 0.47
1:KH:129:GLY:O 1:KH:131:LYS:N 2.47 0.47
1:LC:19:ALA:O 1:LC:52:ARG:HA 2.14 0.47
1:LH:129:GLY:O 1:LH:131:LYS:N 2.47 0.47
1:LK:131:LYS:C 1:LK:133:GLY:H 2.17 0.47
1:LO:30:LEU:O 1:L0O:33:GLY:N 2.47 0.47
1:BA:79:GLY:O 1:BA:115:VAL:HA 2.14 0.47
1:BC:19:ALA:O 1:BC:52:ARG:HA 2.14 0.47
1:BD:79:GLY:O 1:BD:115:VAL:HA 2.13 0.47
1:C0O:30:LEU:O 1:CO:33:GLY:N 2.47 0.47
1:DK:131:LYS:C 1:DK:133:GLY:H 2.17 0.47
1:DN:10:ALA:HB3 1:DN:43:GLY:N 2.28 0.47
1:FA:79:GLY:O 1:FA:115:VAL:HA 2.14 0.47
1:FO:82:ILE:O 1:FO:84:GLY:N 2.46 0.47
1:GA:79:GLY:O 1:GA:115:VAL:HA 2.14 0.47
1:IE:8:LEU:N 1:1K:40:ARG:O 2.47 0.47
1:JG:39:VAL:HA 1:JG:43:GLY:O 2.15 0.47
1:AG:39:VAL:HA 1:AG:43:GLY:O 2.15 0.47
1:DH:129:GLY:O 1:DH:131:LYS:N 2.47 0.47
1:HC:19:ALA:O 1:HC:52:ARG:HA 2.14 0.47
1.TA:78:ILE:HA 1:TA:114:GLY:O 2.14 0.47
1:LA:79:GLY:O 1:LA:115:VAL:HA 2.14 0.47
1:LE:8:LEU:N 1:LK:40:ARG:O 2.48 0.47
1:CA:78:ILE:HA 1:CA:114:GLY:O 2.14 0.47
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1:CC:19:ALA:O 1:CC:52:ARG:HA 2.14 0.47
1:DA:78:ILE:HA 1:DA:114:GLY:O 2.14 0.47
1:FG:39:VAL:HA 1:FG:43:GLY:O 2.15 0.47
1:HG:39:VAL:HA 1:HG:43:GLY:O 2.15 0.47
1:HO:30:LEU:O 1:HO:33:GLY:N 2.47 0.47
1:JO:30:LEU:O 1:JO:33:GLY:N 2.47 0.47
1:AA:79:GLY:O 1:AA:115:VAL:HA 2.14 0.47
1:BG:39:VAL:HA 1:BG:43:GLY:O 2.15 0.47
1:BH:129:GLY:O 1:BH:131:LYS:N 2.47 0.47
1:CN:16:GLY:O 1:CN:76:ILE:N 2.41 0.47
1:CO:78:ILE:HA 1:CO:114:GLY:O 2.15 0.47
1:EA:79:GLY:O 1:EA:115:VAL:HA 2.14 0.47
1:FA:78:ILE:HA 1:FA:114:GLY:O 2.14 0.47

1:FK:82:ILE:O 1:FK:84:GLY:N 2.44 0.47
1:KO:30:LEU:O 1:KO:33:GLY:N 2.47 0.47
1:BA:78:ILE:HA 1:BA:114:GLY:O 2.14 0.47
1:EO:30:LEU:O 1:EO:33:GLY:N 2.47 0.47
1:FC:19:ALA:O 1:FC:52:ARG:HA 2.14 0.47
1:HN:16:GLY:O 1:HN:76:ILE:N 2.41 0.47
1:JK:131:LYS:C 1:JK:133:GLY:H 2.17 0.47
1:EC:19:ALA:O 1:EC:52:ARG:HA 2.14 0.47
1:FK:131:LYS:C 1:FK:133:GLY:H 2.17 0.47
1:HA:78:ILE:HA 1:HA:114:GLY:O 2.14 0.47
1:KG:39:VAL:HA 1:KG:43:GLY:O 2.15 0.47
1:AL:149:LEU:O 1:AL:152:SER:N 2.48 0.47
1:CL:149:LEU:O 1:CL:152:SER:N 2.48 0.47
1:DC:19:ALA:O 1:DC:52:ARG:HA 2.14 0.47
1:HA:79:GLY:O 1:HA:115:VAL:HA 2.14 0.47

1:HE:8:LEU:N 1:HK:40:ARG:O 2.48 0.47

1:10:82:.1LE:O 1:10:84:GLY:N 2.46 0.47

1:LK:82:ILE:O 1:LK:84:GLY:N 2.44 0.47
1:BL:149:LEU:O 1:BL:152:SER:N 2.48 0.47
1:EG:39:VAL:HA 1:EG:43:GLY:O 2.15 0.47
1:EK:131:LYS:C 1:EK:133:GLY:H 2.17 0.47
1:FO:78:ILE:HA 1:FO:114:GLY:O 2.15 0.47
1:GC:19:ALA:O 1:GC:52:ARG:HA 2.14 0.47
1:GO:30:LEU:O 1:GO:33:GLY:N 2.48 0.47
1:1L:149:LEU:O 1:IL:152:SER:N 2.48 0.47
1:JC:19:ALA:O 1:JC:52:ARG:HA 2.14 0.47
1:JL:149:LEU:O 1:JL:152:SER:N 2.48 0.47
1:KO:78:ILE:HA 1:K0O:114:GLY:O 2.15 0.47
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1:AO:78:ILE:HA 1:A0:114:GLY:O 2.15 0.46
1:AO:30:LEU:O 1:A0:33:GLY:N 2.47 0.46
1:DO:78:ILE:HA 1:D0O:114:GLY:O 2.15 0.46
1:FO:30:.LEU:O 1:F0O:33:GLY:N 2.47 0.46
1:IC:19:ALA:O 1:IC:52:ARG:HA 2.14 0.46
1:10:78:ILE:HA 1:10:114:GLY:O 2.15 0.46
1:KC:19:ALA:O 1:KC:52:ARG:HA 2.14 0.46
1:CG:39:VAL:HA 1:CG:43:GLY:O 2.15 0.46
1:DG:10:ALA:HB3 1:DG:43:GLY:H 1.81 0.46
1:JE:8:LEU:N 1:JK:40:ARG:O 2.48 0.46
1:KG:10:ALA:HB3 1:KG:43:GLY:H 1.80 0.46
1:KK:82:ILE:O 1:KK:84:GLY:N 2.44 0.46
1:AK:82:ILE:O 1:AK:84:GLY:N 2.44 0.46
1:BK:131:LYS:C 1:BK:133:GLY:H 2.17 0.46
1:CG:10:ALA:HB3 1:CG:43:GLY:H 1.81 0.46
1:EK:82:ILE:O 1:EK:84:GLY:N 2.44 0.46
1:GL:149:LEU:O 1:GL:152:SER:N 2.48 0.46
1:LG:10:ALA:HB3 1:LG:43:GLY:H 1.81 0.46
1:LO:78:ILE:HA 1:LO:114:GLY:O 2.15 0.46
1:CE:8:LEU:N 1:CK:40:ARG:O 2.48 0.46
1:EL:149:LEU:O 1:EL:152:SER:N 2.48 0.46
1:FE:8:LEU:N 1:FK:40:ARG:O 2.48 0.46
1:EO:78:ILE:HA 1:EO:114:GLY:O 2.15 0.46
1:FG:10:ALA:HB3 1:FG:43:GLY:H 1.81 0.46
1:GK:131:LYS:C 1:GK:133:GLY:H 2.17 0.46
1:GE:8:LEU:N 1:GK:40:ARG:O 2.48 0.46
1:1G:39: VAL:HA 1:1G:43:GLY:O 2.15 0.46
1:HO:78:ILE:HA 1:HO:114:GLY:O 2.15 0.46
1:AG:10:ALA:HB3 1:AG:43:GLY:H 1.81 0.46
1:AE:&:LEU:N 1:AK:40:ARG:O 2.48 0.46
1:EG:10:ALA:HB3 1:EG:43:GLY:H 1.81 0.46
1:FL:149:LEU:O 1:FL:152:SER:N 2.48 0.46
1:1G:10:ALA:HB3 1:1G:43:GLY:H 1.81 0.46
1:JG:10:ALA:HB3 1:JG:43:GLY:H 1.81 0.46
1:CB:95:GLU:O 1:CB:99:GLY:N 2.47 0.46
1:DE:&:LEU:N 1:DK:40:ARG:O 2.48 0.46
1:LG:39:VAL:HA 1:LG:43:GLY:O 2.15 0.46
1:DL:149:LEU:O 1:DL:152:SER:N 2.48 0.46
1:HB:95:GLU:O 1:HB:99:GLY:N 2.47 0.46
1:LL:149:LEU:O 1:LL:152:SER:N 2.48 0.46
1:EA:77:ALA:HB3 1:EA:112: THR:O 2.16 0.46
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1:GG:10:ALA:HB3 1:GG:43:GLY:H 1.81 0.46
1:GO:78:ILE:HA 1:GO:114:GLY:O 2.15 0.46
1:JK:82:ILE:O 1:JK:84:GLY:N 2.44 0.46
1:KE:8:LEU:N 1:KK:40:ARG:O 2.48 0.46
1:KL:149:LEU:O 1:KL:152:SER:N 2.48 0.46
1:LN:16:GLY:O 1:LN:76:ILE:N 2.41 0.46
1:DN:16:GLY:O 1:DN:76:ILE:N 2.41 0.45
1:FA:77:ALA:HB3 1:FA:112:THR:O 2.17 0.45
1:HL:149:LEU:O 1:HL:152:SER:N 2.48 0.45
1:LB:95:GLU:O 1:LB:99:GLY:N 2.47 0.45
1:BA:77:ALA:HB3 1:BA:112: THR:O 2.17 0.45
1:FN:16:GLY:O 1:FN:76:ILE:N 2.41 0.45
1:GG:39:VAL:HA 1:GG:43:GLY:O 2.15 0.45
1:HG:10:ALA:HB3 1:HG:43:GLY:H 1.81 0.45
1:HK:82:ILE:O 1:HK:84:GLY:N 2.44 0.45
1:KA:77:ALA:HB3 1:KA:112: THR:O 2.17 0.45
1:JO:78:ILE:HA 1:JO:114:GLY:O 2.15 0.45
1:KE:154:ARG:HA 1:KE:157:HIS:CB 2.47 0.45
1:BO:78:ILE:HA 1:BO:114:GLY:O 2.15 0.45
1:DG:10:ALA:HB3 1:DG:43:GLY:N 2.32 0.45
1:EE:154:ARG:HA 1.EE:157:HIS:CB 2.47 0.45
1:EG:10:ALA:HB3 1:EG:43:GLY:N 2.32 0.45
1:GG:10:ALA:HB3 1:GG:43:GLY:N 2.32 0.45
1:HG:10:ALA:HB3 1:HG:43:GLY:N 2.32 0.45
1:1G:10:ALA:HB3 1:1G:43:GLY:N 2.32 0.45
1:KG:10:ALA:HB3 1:KG:43:GLY:N 2.32 0.45
1:DG:39:VAL:HA 1:DG:43:GLY:O 2.15 0.45
1:JG:10:ALA:HB3 1:JG:43:GLY:N 2.32 0.45
1:LA:77:ALA:HB3 1:LA:112:THR:O 2.17 0.45
1:BE:154:ARG:HA 1:BE:157:HIS:CB 2.47 0.45
1:HE:154:ARG:HA 1:HE:157:HIS:CB 2.47 0.45
1:JA:77:ALA:HB3 1:IA:112: THR:O 2.17 0.45
1:KL:132:HIS:O 1:KL:134:ASN:N 2.46 0.45
1:LN:77:ALA:HB3 1:LN:113:PHE:HA 1.99 0.45
1:AG:10:ALA:HB3 1:AG:43:GLY:N 2.32 0.45
1:AM:118:ALA:HB1 1:AM:124:ALA:N 2.32 0.45
1:BG:10:ALA:HB3 1:BG:43:GLY:H 1.81 0.45
1:BE:&:LEU:N 1:BK:40:ARG:O 2.48 0.45
1:CA:77:ALA:HB3 1:CA:112: THR:O 2.17 0.45
1:GA:77:ALA:HB3 1:GA:112: THR:O 2.17 0.45
1:GM:118:ALA:HB1 | 1:GM:124:ALA:N 2.32 0.45
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:KH:154:ARG:HA 1:KH:157:HIS:CB 2.47 0.45
1:KH:16:GLY:O 1:KH:76:ILE:N 2.45 0.45
1:BF:39:VAL:HA 1:BF:43:GLY:O 2.17 0.45
1:EF:19:ALA:O 1:EF:52: ARG:HA 2.17 0.45
1:GD:57:TRP:O 1:GD:60:PRO:HD2 2.17 0.45
1:JF:39:VAL:HA 1:JF:43:GLY:O 2.17 0.45
1:LG:10:ALA:HB3 1:LG:43:GLY:N 2.32 0.45
1:LM:118:ALA:HB1 1:LM:124:ALA:N 2.32 0.45
1:AE:154:ARG:HA 1:AE:157:HIS:CB 2.47 0.45
1:AF:39:VAL:HA 1:AF:43:GLY:O 2.17 0.45
1:BG:10:ALA:HB3 1:BG:43:GLY:N 2.32 0.45
1:CD:57:TRP:O 1:CD:60:PRO:HD2 2.17 0.45
1:CN:77:ALA:HB3 1:CN:113:PHE:HA 1.99 0.45
1:DE:154:ARG:HA 1:DE:157:HIS:CB 2.47 0.45
1:DF:19:ALA:O 1:DF:52:ARG:HA 2.17 0.45
1:DH:154:ARG:HA 1:DH:157:HIS:CB 2.47 0.45
1. FM:118:ALA:HB1 1:FM:124:ALA:N 2.32 0.45
1:FN:77:ALA:HB3 1:FN:113:PHE:HA 1.99 0.45
1:GN:16:GLY:O 1:GN:76:ILE:N 2.41 0.45
1:HA:77:ALA:HB3 1:HA:112:THR:O 2.17 0.45
1:IF:19:ALA:O 1:1F:52:ARG:HA 2.17 0.45
1:KF:19:ALA:O 1:KF:52:ARG:HA 2.17 0.45
1:KN:77:ALA:HB3 1:KN:113:PHE:HA 1.99 0.45
1:AA:77:ALA:HB3 1:AA:112:THR:O 2.17 0.44
1:AD:57:TRP:O 1:AD:60:PRO:HD2 2.17 0.44
1:BN:77:ALA:HB3 1:BN:113:PHE:HA 1.99 0.44
1:DD:57:TRP:O 1:DD:60:PRO:HD2 2.17 0.44
1:DK:82:ILE:O 1:DK:84:GLY:N 2.44 0.44
1:ED:57:TRP:O 1:ED:60:PRO:HD2 2.17 0.44
1:FE:154:ARG:HA 1:FE:157:HIS:CB 2.47 0.44
1:FF:39:VAL:HA 1:FF:43:GLY:O 2.17 0.44
1:FH:154:ARG:HA 1:FH:157:HIS:CB 2.47 0.44
1:GF:19:ALA:O 1:GF:52:ARG:HA 2.17 0.44
1:HF:19:ALA:O 1:HF:52:ARG:HA 2.17 0.44
1:HM:118:ALA:HB1 1:HM:124:ALA:N 2.32 0.44
1:KB:95:GLU:O 1:KB:99:GLY:N 2.47 0.44
1:LF:19:ALA:O 1:.LF:52:ARG:HA 2.17 0.44
1:GF:39:VAL:HA 1:GF:43:GLY:O 2.17 0.44
1:HH:154:ARG:HA 1:HH:157:HIS:CB 2.47 0.44
1:ID:57:TRP:O 1:ID:60:PRO:HD2 2.17 0.44
1:IM:118:ALA:HB1 1:IM:124:ALA:N 2.32 0.44
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:JF:19:ALA:O 1:JF:52:ARG:HA 2.17 0.44
1:JM:118:ALA:HB1 1:JM:124:ALA:N 2.32 0.44
1:AL:132:HIS:O 1:AL:134:ASN:N 2.46 0.44
1:BF:19:ALA:O 1:BF:52:ARG:HA 2.17 0.44
1:CM:118:ALA:HB1 1:CM:124:ALA:N 2.32 0.44
1:DM:118:ALA:HB1 | 1:DM:124:ALA:N 2.32 0.44
1:FG:10:ALA:HB3 1:FG:43:GLY:N 2.32 0.44
1:1B:95:GLU:O 1:1B:99:GLY:N 2.47 0.44
1:1L:132:HIS:O 1:11:134:ASN:N 2.46 0.44
1:LE:154:ARG:HA 1:LE:157:HIS:CB 2.47 0.44
1:CF:39:VAL:HA 1:CF:43:GLY:O 2.17 0.44
1:CG:10:ALA:HB3 1:CG:43:GLY:N 2.32 0.44
1:CH:154:ARG:HA 1:CH:157:HIS:CB 2.47 0.44
1:CH:16:GLY:O 1:CH:76:ILE:N 2.45 0.44
1:DN:77:ALA:HB3 1:DN:113:PHE:HA 1.99 0.44
1:EM:118:ALA:HB1 1:EM:124:ALA:N 2.32 0.44
1:GE:154:ARG:HA 1:GE:157:HIS:CB 2.47 0.44
1:.JE:154:ARG:HA 1:JE:157:HIS:CB 2.47 0.44
1:LH:154:ARG:HA 1:LH:157:HIS:CB 2.47 0.44
1:CE:154:ARG:HA 1:CE:157:HIS:CB 2.47 0.44
1:DB:95:GLU:O 1:DB:99:GLY:N 2.47 0.44
1:DF:39:VAL:HA 1:DF:43:GLY:O 2.17 0.44
1:FF:19:ALA:O 1:FF:52: ARG:HA 2.17 0.44
1:GH:154:ARG:HA 1:GH:157:HIS:CB 2.47 0.44
1:JH:16:GLY:O 1:JH:76:ILE:N 2.45 0.44
1:BM:118:ALA:HB1 1:BM:124:ALA:N 2.32 0.44
1:CF:19:ALA:O 1:CF:52:ARG:HA 2.17 0.44
1:1E:154:ARG:HA 1:1E:157:HIS:CB 2.47 0.44
1:KF:39:VAL:HA 1:KF:43:GLY:O 2.17 0.44
1:EN:77:ALA:HB3 1:EN:113:PHE:HA 1.99 0.44
1:FD:57:TRP:O 1:FD:60:PRO:HD2 2.17 0.44
1:IH:154:ARG:HA 1:IH:157:HIS:CB 2.47 0.44
1:IH:16:GLY:O 1:IH:76:ILE:N 2.45 0.44
1:BD:57:TRP:O 1:BD:60:PRO:HD2 2.17 0.44
1:DA:77:ALA:HB3 1:DA:112:THR:O 2.17 0.44
1:HF:39:VAL:HA 1:HF:43:GLY:O 2.17 0.44
1:LF:39:VAL:HA 1:LF:43:GLY:O 2.17 0.44
1:AC:57:TRP:O 1:AC:60:PRO:HD2 2.18 0.44
1:AH:154:ARG:HA 1:AH:157:HIS:CB 2.47 0.44
1:BH:154:ARG:HA 1:BH:157:HIS:CB 2.47 0.44
1:EH:154:ARG:HA 1:EH:157:HIS:CB 2.47 0.44
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:1F:39:VAL:HA 1:1F:43:GLY:O 2.17 0.44
1:JA:77:ALA:HB3 1:JA:112: THR:O 2.17 0.44
1:BB:95:GLU:O 1:BB:99:GLY:N 2.47 0.43
1:CK:82:ILE:O 1:CK:84:GLY:N 2.44 0.43
1:EE:19:ALA:O 1:EE:52:ARG:HA 2.18 0.43
1:EF:39:VAL:HA 1:EF:43:GLY:O 2.17 0.43
1:GC:57:TRP:O 1:GC:60:PRO:HD2 2.18 0.43
1:HD:57:TRP:O 1:HD:60:PRO:HD?2 2.17 0.43
1:IN:77:ALA:HB3 1:IN:113:PHE:HA 1.99 0.43
1:KM:118:ALA:HB1 1:KM:124:ALA:N 2.32 0.43
1:FC:57:TRP:O 1:FC:60:PRO:HD?2 2.18 0.43
1:JH:154:ARG:HA 1:JH:157:HIS:CB 2.47 0.43
L. KM:57:TRP:O 1:KM:60:PRO:HD2 2.19 0.43
1:AN:77:ALA:HB3 1:AN:113:PHE:HA 1.99 0.43
1:FB:95:GLU:O 1:FB:99:GLY:N 2.47 0.43
1:GK:82:ILE:O 1:GK:84:GLY:N 2.44 0.43
1:HC:57:TRP:O 1:HC:60:PRO:HD2 2.18 0.43
1:HE:19:ALA:O 1:HE:52:ARG:HA 2.19 0.43
1:HM:57:TRP:O 1:HM:60:PRO:HD2 2.19 0.43
1:.JD:57: ' TRP:O 1:JD:60:PRO:HD2 2.17 0.43
1:KD:57:TRP:O 1:KD:60:PRO:HD2 2.17 0.43
1:KE:19:ALA:O 1:KE:52:ARG:HA 2.18 0.43
1:CE:19:ALA:O 1:CE:52:ARG:HA 2.19 0.43
1:GN:77:ALA:HB3 1:GN:113:PHE:HA 1.99 0.43
1:.LC:57:TRP:O 1:LC:60:PRO:HD2 2.18 0.43
1:LE:19:ALA:O 1:LE:52:ARG:HA 2.19 0.43
1:AB:79:GLY:O 1:AB:115:VAL:HA 2.19 0.43
1:CM:57:TRP:O 1:CM:60:PRO:HD2 2.19 0.43
1:DB:79:GLY:O 1:DB:115:VAL:HA 2.19 0.43
1:DE:19:ALA:O 1:DE:52:ARG:HA 2.19 0.43
1:FB:79:GLY:O 1:FB:115:VAL:HA 2.19 0.43
1:GB:79:GLY:O 1:GB:115:VAL:HA 2.19 0.43
1:HN:77:ALA:HB3 1:HN:113:PHE:HA 1.99 0.43
1:JM:57:TRP:O 1:JM:60:PRO:HD?2 2.19 0.43
1:AE:19:ALA:O 1:AE:52:ARG:HA 2.18 0.43
1:CC:57:TRP:O 1:CC:60:PRO:HD2 2.18 0.43
1:EL:132:HIS:O 1:EL:134:ASN:N 2.46 0.43
1:HB:79:GLY:O 1:HB:115:VAL:HA 2.19 0.43
1:IB:79:GLY:O 1:1B:115:VAL:HA 2.19 0.43
1:JN:16:GLY:O L:JN:76:ILE:N 2.41 0.43
1:BB:79:GLY:O 1:BB:115:VAL:HA 2.19 0.43
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Interatomic Clash
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1:EB:79:GLY:O 1:EB:115:VAL:HA 2.19 0.43
1:EC:57:TRP:O 1:EC:60:PRO:HD2 2.18 0.43
1:EH:16:GLY:O 1:EH:76:1ILE:N 2.45 0.43
1:LD:57:TRP:O 1:LD:60:PRO:HD2 2.17 0.43
1:AB:95:GLU:O 1:AB:99:GLY:N 2.47 0.43
1:DM:57:TRP:O 1:DM:60:PRO:HD2 2.19 0.43
1:GB:95:GLU:O 1:GB:99:GLY:N 2.47 0.43
1:JB:79:GLY:O 1:JB:115:VAL:HA 2.19 0.43
1:JB:95:GLU:O 1:JB:99:GLY:N 2.47 0.43
1:JG:154:ARG:HA 1:JG:157:HIS:CB 2.49 0.43
1:JL:132:HIS:O 1:JL:134:ASN:N 2.46 0.43
1:KB:79:GLY:O 1:KB:115:VAL:HA 2.19 0.43
1:AF:19:ALA:O 1:AF:52:ARG:HA 2.17 0.43
1:CG:154:ARG:HA 1:CG:157:HIS:CB 2.49 0.43
1:JN:77:ALA:HB3 1:JN:113:PHE:HA 1.99 0.43
1:LG:154:ARG:HA 1:LG:157:HIS:CB 2.49 0.43
1:.LM:57:TRP:O 1:LM:60:PRO:HD2 2.19 0.43
1:AH:16:GLY:O 1:AH:76:ILE:N 2.45 0.43
1:CF:40:ARG:O 1:CO:8:LEU:N 2.50 0.43
1:DG:154:ARG:HA 1:DG:157:HIS:CB 2.49 0.43
1:EN:16:GLY:O 1:EN:76:ILE:N 2.41 0.43
1:GM:57:TRP:O 1:GM:60:PRO:HD2 2.19 0.43
1:HK:79:GLY:O 1:HK:115:VAL:HA 2.19 0.43
1:1E:19:ALA:O 1:.1E:52:ARG:HA 2.18 0.43
1:IK:79:GLY:O 1:.IK:115:VAL:HA 2.19 0.43
1:KC:57:TRP:O 1:KC:60:PRO:HD2 2.18 0.43
1:BC:57:TRP:O 1:BC:60:PRO:HD?2 2.18 0.42
1.EE:8:LEU:N 1:EK:40:ARG:O 2.48 0.42
1:FM:57:TRP:O 1:FM:60:PRO:HD2 2.19 0.42
1:HG:154:ARG:HA 1:HG:157:HIS:CB 2.49 0.42
1:AK:79:GLY:O 1:AK:115:VAL:HA 2.19 0.42
1:EF:40:ARG:O 1:EO:8:LEU:N 2.50 0.42
1:EM:57:TRP:O 1:EM:60:PRO:HD2 2.19 0.42
1:FK:79:GLY:O 1:FK:115:VAL:HA 2.19 0.42
1:GH:16:GLY:O 1:GH:76:ILE:N 2.45 0.42
1:JC:57:-TRP:O 1:JC:60:PRO:HD2 2.18 0.42
1:.JK:79:GLY:O 1:JK:115:VAL:HA 2.19 0.42
1:BE:19:ALA:O 1:BE:52: ARG:HA 2.19 0.42
1:BM:57:TRP:O 1:BM:60:PRO:HD2 2.19 0.42
1:EK:79:GLY:O 1:EK:115:VAL:HA 2.19 0.42
1:JJ:16:GLY:O 1:JJ:76:ILE:N 2.43 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:LN:78:ILE:HA 1:LN:114:GLY:O 2.20 0.42
1:CK:79:GLY:O 1:CK:115:VAL:HA 2.19 0.42
1.1C:57:TRP:O 1:1C:60:PRO:HD?2 2.18 0.42
1:IN:16:GLY:O 1:IN:76:ILE:N 2.41 0.42
1:AM:S7:TRP:O 1:AM:60:PRO:HD2 2.19 0.42
1:FH:16:GLY:O 1:FH:76:ILE:N 2.45 0.42
1:JE:19:ALA:O 1:JE:52:ARG:HA 2.18 0.42
1:LL:132:HIS:O 1:LL:134:ASN:N 2.46 0.42
1:CB:79:GLY:O 1:CB:115:VAL:HA 2.19 0.42
1:GE:19:ALA:O 1:GE:52:ARG:HA 2.18 0.42
1:GK:79:GLY:O 1:GK:115:VAL:HA 2.19 0.42
1:IM:57:TRP:O 1:IM:60:PRO:HD2 2.19 0.42
1:EN:78:ILE:HA 1:EN:114:GLY:O 2.20 0.42
1:GG:154:ARG:HA 1:GG:157:HIS:CB 2.49 0.42
1:AG:154:ARG:HA 1:AG:157:HIS:CB 2.49 0.42
1:BG:154:ARG:HA 1:BG:157:HIS:CB 2.49 0.42
1:CL:132:HIS:O 1:CL:134:ASN:N 2.46 0.42
1:DE:109:LYS:HA | 1:DE:110:PRO:HD3 1.94 0.42
1:FE:19:ALA:O 1:FE:52:ARG:HA 2.19 0.42
1:LB:79:GLY:O 1:LB:115:VAL:HA 2.19 0.42
1:AN:16:GLY:O 1:AN:76:ILE:N 2.41 0.42
1:CN:78:ILE:HA 1:CN:114:GLY:O 2.20 0.42
1:KK:79:GLY:O 1:KK:115:VAL:HA 2.19 0.42
1:BB:88:HIS:O 1:BB:92:ILE:CB 2.68 0.42
1:BK:79:GLY:O 1:BK:115:VAL:HA 2.19 0.42
1:DC:57:TRP:O 1:DC:60:PRO:HD2 2.18 0.42
1:DK:79:GLY:O 1:DK:115:VAL:HA 2.19 0.42
1:FN:78:ILE:HA 1:FN:114:GLY:O 2.20 0.42
1:GF:40:ARG:O 1:GO:8:LEU:N 2.50 0.42
1:HN:78:ILE:HA 1:HN:114:GLY:O 2.20 0.42
1:JE:109:LYS:HA 1:JE:110:PRO:HD3 1.94 0.42
1:LJ:16:GLY:O 1:LJ:76:ILE:N 2.43 0.42
1:AB:88:HIS:O 1:AB:92:ILE:CB 2.68 0.41
1:CB:88:HIS:O 1:CB:92:ILE:CB 2.68 0.41
1:DN:78:ILE:HA 1:DN:114:GLY:O 2.20 0.41
1:EG:154:ARG:HA 1:EG:157:HIS:CB 2.49 0.41
1:EJ:16:GLY:O 1:EJ.76:1LE:N 2.43 0.41
1:EO:154:ARG:HA 1:EO:157:HIS:CB 2.51 0.41
1:IN:78:ILE:HA 1:IN:114:GLY:O 2.20 0.41
1:10:154:ARG:HA 1:10:157:HIS:CB 2.50 0.41
1:KG:154:ARG:HA 1:KG:157:HIS:CB 2.49 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:LK:79:GLY:O 1:LK:115:VAL:HA 2.19 0.41
1:AN:78:ILE:HA 1:AN:114:GLY:O 2.20 0.41
1:AO:154:ARG:HA 1:AO:157:HIS:CB 2.51 0.41
1:CE:109:LYS:HA | 1.CE:110:PRO:HD3 1.94 0.41
1:CO:154:ARG:HA 1:CO:157:HIS:CB 2.51 0.41
1:FG:154:ARG:HA 1:FG:157:HIS:CB 2.49 0.41
1:KN:78:ILE:HA 1:KN:114:GLY:O 2.20 0.41
1:DA:86:GLU:N 1:DA:87:PRO:HD2 2.36 0.41
1:EA:86:GLU:N 1:EA:87:PRO:HD?2 2.36 0.41
1:1B:88:HIS:O 1:1B:92:ILE:CB 2.68 0.41
1:JN:78:ILE:HA 1:JN:114:GLY:O 2.20 0.41
1:FO:154:ARG:HA 1:FO:157:HIS:CB 2.50 0.41
1:GB:88:HIS:O 1:GB:92:ILE:CB 2.68 0.41
1:1G:154:ARG:HA 1:1G:157:HIS:CB 2.49 0.41
1:LB:88:HIS:O 1:LB:92:ILE:CB 2.68 0.41
1:DL:39:VAL:HA 1:DL:43:GLY:O 2.21 0.41
1:HB:88:HIS:O 1:HB:92:1LE:CB 2.68 0.41
1:.IE:109:LYS:HA 1:IE:110:PRO:HD3 1.94 0.41
1:LH:16:GLY:O 1:LH:76:ILE:N 2.45 0.41
1:DF:27:VAL:O 1:DF:30:LEU:N 2.54 0.41
1:DK:78:ILE:HA 1:DK:114:GLY:O 2.21 0.41
1:FF:27:VAL:O 1:FF:30:LEU:N 2.54 0.41
1:TA:86:GLU:N 1:TA:87:PRO:HD2 2.36 0.41
1:IB:109:LYS:HA 1:1B:110:PRO:HD3 1.97 0.41
1:KB:88:HIS:O 1:KB:92:ILE:CB 2.68 0.41
1:LA:86:GLU:N 1:LA:87:PRO:HD2 2.36 0.41
1:AF:40:ARG:O 1:AO:8:LEU:N 2.50 0.41
1:AL:39:VAL:HA 1:AL:43:GLY:O 2.21 0.41
1:CF:27:VAL:O 1:CF:30:LEU:N 2.54 0.41
1:HL:39:VAL:HA 1:HL:43:GLY:O 2.21 0.41
1:JL:39:VAL:HA 1:JL:43:GLY:O 2.21 0.41
1:AA:86:GLU:N 1:AA:87:PRO:HD2 2.36 0.41
1:CJ:10:ALA:HB3 1:CJ:43:GLY:N 2.36 0.41
1:DO:154:ARG:HA 1:D0O:157:HIS:CB 2.01 0.41
1:EE:132:HIS:O 1:EE:134:ASN:N 2.48 0.41
1.EK:78:ILE:HA 1:EK:114:GLY:O 2.21 0.41
1:FB:88:HIS:O 1:FB:92:ILE:CB 2.68 0.41
1:FJ:10:ALA:HB3 1:FJ:43:GLY:N 2.36 0.41
1:GN:78:ILE:HA 1:GN:114:GLY:O 2.20 0.41
1:HF:27:VAL:O 1:HF:30:LEU:N 2.54 0.41
1:KA:86:GLU:N 1:KA:87:PRO:HD2 2.36 0.41
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1:KF:27:VAL:O 1:KF:30:LEU:N 2.54 0.41
1:KK:78:ILE:HA 1:KK:114:GLY:O 2.21 0.41
1:LO:154:ARG:HA 1:LO:157:HIS:CB 2.51 0.41
1:BO:154:ARG:HA 1:BO:157:HIS:CB 2.50 0.41
1:DB:88:HIS:O 1:DB:92:ILE:CB 2.68 0.41
1:EB:88:HIS:O 1:EB:92:ILE:CB 2.68 0.41
1:GE:132:HIS:O 1:GE:134:ASN:N 2.48 0.41
1:HA:86:GLU:N 1:HA:87:PRO:HD2 2.36 0.41
1:HE:10:ALA:HB3 1:HE:43:GLY:N 2.36 0.41
1:AH:149:LEU:O 1:AH:152:SER:N 2.54 0.41
1:AK:78:ILE:HA 1:AK:114:GLY:O 2.21 0.41
1:BA:86:GLU:N 1:BA:87:PRO:HD2 2.36 0.41
1:BH:149:LEU:O 1:BH:152:SER:N 2.54 0.41
1:CH:149:LEU:O 1:CH:152:SER:N 2.54 0.41
1:DK:131:LYS:O 1:DK:133:GLY:N 2.54 0.41
1:EJ:10:ALA:HB3 1:EJ:43:GLY:N 2.36 0.41
1:FA:86:GLU:N 1:FA:87:PRO:HD2 2.36 0.41
1:GO:154:ARG:HA 1:GO:157:HIS:CB 2.50 0.41
1:1F:27:VAL:O 1:IF:30:LEU:N 2.54 0.41
1:IN:77:ALA:HB3 1:IN:114:GLY:H 1.86 0.41
1:JA:86:GLU:N 1:JA:87:PRO:HD2 2.36 0.41
1:JF:27:VAL:O 1:JF:30:LEU:N 2.54 0.41
1:JN:77:ALA:HB3 1:JN:114:GLY:H 1.86 0.41
1:KN:77:ALA:HB3 1:KN:114:GLY:H 1.86 0.41
1:BK:78:ILE:HA 1:BK:114:GLY:O 2.21 0.41
1:GE:10:ALA:HB3 1:GE:43:GLY:N 2.36 0.41
1:HJ:10:ALA:HB3 1:HJ:43:GLY:N 2.36 0.41
1:JK:78:ILE:HA 1:JK:114:GLY:O 2.21 0.41
1:KJ:109:LYS:HA 1:KJ:110:PRO:HD3 1.97 0.41
1:KL:39:VAL:HA 1:K1:43:GLY:O 2.21 0.41
1:LJ:10:ALA:HB3 1:LJ:43:GLY:N 2.36 0.41
1:AK:131:LYS:O 1:AK:133:GLY:N 2.54 0.40
1:BF:27:VAL:O 1:BF:30:LEU:N 2.54 0.40
1:BH:16:GLY:O 1:BH:76:ILE:N 2.45 0.40
1:CE:79:GLY:O 1:CE:115:VAL:HA 2.22 0.40
1:CI:20:SER:HA 1:CI:53:VAL:O 2.22 0.40
1:DA:118:ALA:O 1:DA:120:GLU:N 2.54 0.40
1:FN:77:ALA:HB3 1:FN:114:GLY:H 1.86 0.40
1:GA:118:ALA:O 1:GA:120:GLU:N 2.54 0.40
1:HA:118:ALA:O 1:HA:120:GLU:N 2.54 0.40
1:1E:10:ALA:HB3 1:1E:43:GLY:N 2.36 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:1J:109:LYS:HA 1:1J:110:PRO:HD3 1.97 0.40
1:1J:10:ALA:HB3 1:1J:43:GLY:N 2.36 0.40
1:JJ:10:ALA:HB3 1:JJ:43:GLY:N 2.36 0.40
1:LI:118:ALA:HB1 1:L1:123:GLU:CB 2.52 0.40
1:LK:131:LYS:O 1:LK:133:GLY:N 2.54 0.40
1:BE:109:LYS:HA | 1:BE:110:PRO:HD3 1.94 0.40
1:BN:78:ILE:HA 1:BN:114:GLY:O 2.20 0.40
1:CL:39:VAL:HA 1:CL:43:GLY:O 2.21 0.40
1:FA:118:ALA:O 1:FA:120:GLU:N 2.54 0.40
1:FL:132:HIS:O 1:FL:134:ASN:N 2.46 0.40
1:HE:132:HIS:O 1:HE:134:ASN:N 2.48 0.40
1:LA:118:ALA:O 1:LA:120:GLU:N 2.54 0.40
1:LE:10:ALA:HB3 1:LE:43:GLY:N 2.36 0.40
1:CK:131:LYS:O 1:CK:133:GLY:N 2.54 0.40
1:DH:149:LEU:O 1:DH:152:SER:N 2.54 0.40
1:EI:118:ALA:HB1 1:EL:123:GLU:CB 2.51 0.40
1:GF:27:VAL:O 1:GF:30:LEU:N 2.54 0.40
1:GI:118:ALA:HB1 1:GI:123:GLU:CB 2.52 0.40
1:HJ:109:LYS:HA 1:HJ:110:PRO:HD3 1.97 0.40
1:HK:78:ILE:HA 1:HK:114:GLY:O 2.21 0.40
1:HO:154:ARG:HA 1:HO:157:HIS:CB 2.50 0.40
1:1J:16:GLY:O 1:1J:76:ILE:N 2.43 0.40
1:1L:39:VAL:HA 1:11:43:GLY:O 2.21 0.40
1:.JB:17:ILE:N 1:JB:49: THR:O 2.50 0.40
1:J1:19:ALA:O 1:JI:52: ARG:HA 2.22 0.40
1:KH:149:LEU:O 1:KH:152:SER:N 2.54 0.40
1:LH:149:LEU:O 1:LH:152:SER:N 2.54 0.40
1:BE:79:GLY:O 1:BE:115:VAL:HA 2.21 0.40
1:BI:20:SER:HA 1:BI:53:VAL:O 2.22 0.40
1:CA:118:ALA:O 1:CA:120:GLU:N 2.54 0.40
1:CE:10:ALA:HB3 1:CE:43:GLY:N 2.36 0.40
1:DE:10:ALA:HB3 1:DE:43:GLY:N 2.36 0.40
1:DJ:10:ALA:HB3 1:DJ:43:GLY:N 2.36 0.40
1:EA:118:ALA:O 1:EA:120:GLU:N 2.54 0.40
1:FI:20:SER:HA 1:FI:53:VAL:O 2.22 0.40
1:GJ:16:GLY:O 1:GJ:76:ILE:N 2.43 0.40
1:J1:118:ALA:HB1 1:J1:123:GLU:CB 2.52 0.40
1:AJ:10:ALA:HB3 1:AJ:43:GLY:N 2.36 0.40
1:BB:17:ILE:N 1:BB:49: THR:O 2.50 0.40
1:BE:10:ALA:HB3 1:BE:43:GLY:N 2.36 0.40
1:BL:39:VAL:HA 1:BL:43:GLY:O 2.21 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:CA:86:GLU:N 1:CA:87:PRO:HD2 2.36 0.40
1:CK:78:ILE:HA 1:CK:114:GLY:O 2.21 0.40
1:DH:16:GLY:O 1:DH:76:1ILE:N 2.45 0.40
1:EK:131:LYS:O 1:EK:133:GLY:N 2.54 0.40
1:GK:131:LYS:O 1:GK:133:GLY:N 2.54 0.40
1:HK:131:LYS:O 1:HK:133:GLY:N 2.54 0.40

1:JB:88:HIS:O 1:JB:92:ILE:CB 2.68 0.40
1:KA:118:ALA:O 1:KA:120:GLU:N 2.54 0.40
1:KN:16:GLY:O 1:KN:76:ILE:N 2.41 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1

Protein backbone (1)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all PDB entries followed by that with respect to all EM

entries.

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 AA 159/161 (99%) 144 (91%) 12 (8%) 3 (2%) 9| 48
1 AB 159/161 (99%) 145 (91%) 11 (7%) 3 (2%) 9} 48
1 AC 159/161 (99%) 146 (92%) 12 (8%) 1 (1%) 28 70
1 AD 159/161 (99%) 148 (93%) 7 (4%) 4 (2%) 6] 41
1 AE 159/161 (99%) 148 (93%) 10 (6%) 1 (1%) 28 70
1 AF 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 141 56
1 AG 159/161 (99%) 150 (94%) 7 (4%) 2 (1%) 147 56
1 AH 159/161 (99%) 142 (89%) 14 (9%) 3 (2%) 9| 48
1 Al 159/161 (99%) 149 (94%) 7 (4%) 3 (2%) 48
1 Al 159/161 (99%) 144 (91%) 13 (8%) 2 (1%) 141 56
1 AK 159/161 (99%) 144 (91%) | 11 (%) | 4 (2%) 6| 41
1 AL 159/161 (99%) 146 (92%) 10 (6%) 3 (2%) 48
1 AM 159/161 (99%) 148 (93%) 9 (6%) 2 (1%) 141 56
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 AN 159/161 (99%) 148 (93%) 8 (5%) 3 (2%) E 48
1 AO 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 147 56
1 BA 159/161 (99%) 144 (91%) 12 (8%) 3 (2%) 9| 48
1 BB 159/161 (99%) 145 (91%) 11 (7%) 3 (2%) 48
1 BC 159/161 (99%) 146 (92%) 12 (8%) 1 (1%) 28 70
1 BD 159/161 (99%) 148 (93%) 7 (4%) 4 (2%) 68 41
1 BE 159/161 (99%) 148 (93%) 10 (6%) 1 (1%) 28 70
1 BF 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 141 56
1 BG 159/161 (99%) 150 (94%) 7 (4%) 2 (1%) 147 56
1 BH 159/161 (99%) 142 (89%) 14 (9%) 3 (2%) 9| 48
1 BI 159/161 (99%) 149 (94%) 7 (4%) 3 (2%) 48
1 BJ 159/161 (99%) 144 (91%) 13 (8%) 2 (1%) 141 56
1 BK 159/161 (99%) 144 (91%) 11 (7%) 4 (2%) 6] 41
1 BL 159/161 (99%) 146 (92%) 10 (6%) 3 (2%) 48
1 BM 159/161 (99%) 148 (93%) 9 (6%) 2 (1%) 141 56
1 BN 159/161 (99%) 148 (93%) 8 (5%) 3 (2%) E 48
1 BO 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 141 56
1 CA 159/161 (99%) 144 (91%) 12 (8%) 3 (2%) 9| 48
1 CB 159/161 (99%) 145 (91%) 11 (7%) 3 (2%) 48
1 cC 159/161 (99%) 146 (92%) 12 (8%) 1 (1%) 28 70
1 CD 159/161 (99%) 148 (93%) 7 (4%) 4 (2%) E 41
1 CE 159/161 (99%) 148 (93%) 10 (6%) 1 (1%) 28 70
1 CF 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 141 56
1 CG 159/161 (99%) 150 (94%) 7 (4%) 2 (1%) 141 56
1 CH 159/161 (99%) 142 (89%) 14 (9%) 3 (2%) 9} 48
1 CI 159/161 (99%) 149 (94%) 7 (4%) 3 (2%) 48
1 CJ 159/161 (99%) 144 (91%) 13 (8%) 2 (1%) 141 56
1 CK 159/161 (99%) 144 (91%) 11 (7%) 4 (2%) 6] 41
1 CL 159/161 (99%) 146 (92%) 10 (6%) 3 (2%) 48
1 CM 159/161 (99%) 148 (93%) 9 (6%) 2 (1%) 141 56
1 CN 159/161 (99%) 148 (93%) 8 (5%) 3 (2%) E 48
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 CO 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 141 56
1 DA 159/161 (99%) 144 (91%) 12 (8%) 3 (2%) 9} 48
1 DB 159/161 (99%) 145 (91%) 11 (7%) 3 (2%) 48
1 DC 159/161 (99%) 146 (92%) 12 (8%) 1 (1%) 28 70
1 DD 159/161 (99%) 148 (93%) 7 (4%) 4 (2%) E 41
1 DE 159/161 (99%) 148 (93%) 10 (6%) 1 (1%) 28 70
1 DF 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 147 56
1 DG 159/161 (99%) 150 (94%) 7 (4%) 2 (1%) 141 56
1 DH 159/161 (99%) 142 (89%) 14 (9%) 3 (2%) 9} 48
1 DI 159/161 (99%) 149 (94%) 7 (4%) 3 (2%) 48
1 DJ 159/161 (99%) 144 (91%) 13 (8%) 2 (1%) 147 56
1 DK 159/161 (99%) 144 (91%) 11 (7%) 4 (2%) 6] 41
1 DL 159/161 (99%) 146 (92%) 10 (6%) 3 (2%) 48
1 DM 159/161 (99%) 148 (93%) 9 (6%) 2 (1%) 147 56
1 DN 159/161 (99%) 148 (93%) 8 (5%) 3 (2%) E 48
1 DO 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 147 56
1 EA 159/161 (99%) 144 (91%) 12 (8%) 3 (2%) 9| 48
1 EB 159/161 (99%) 145 (91%) 11 (7%) 3 (2%) 48
1 EC 159/161 (99%) 146 (92%) 12 (8%) 1 (1%) 28 70
1 ED 159/161 (99%) 148 (93%) 7 (4%) 4 (2%) 61 41
1 EE 159/161 (99%) 148 (93%) 10 (6%) 1 (1%) 28 70
1 EF 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 141 56
1 EG 159/161 (99%) 150 (94%) 7 (4%) 2 (1%) 141 56
1 EH 159/161 (99%) 142 (89%) 14 (9%) 3 (2%) 9| 48
1 EI 159/161 (99%) 149 (94%) 7 (4%) 3 (2%) 48
1 EJ 159/161 (99%) 144 (91%) 13 (8%) 2 (1%) 147 56
1 EK 159/161 (99%) 144 (91%) 11 (7%) 4 (2%) 6] 41
1 EL 159/161 (99%) 146 (92%) 10 (6%) 3 (2%) 48
1 EM 159/161 (99%) 148 (93%) 9 (6%) 2 (1%) 141 56
1 EN 159/161 (99%) 148 (93%) 8 (5%) 3 (2%) 9] 48
1 EO 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 147 56
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 FA 159/161 (99%) 144 (91%) 12 (8%) 3 (2%) 9| 48
1 FB 159/161 (99%) 145 (91%) 11 (7%) 3 (2%) 9} 48
1 FC 159/161 (99%) 146 (92%) 12 (8%) 1 (1%) 28 70
1 FD 159/161 (99%) 148 (93%) 7 (4%) 4 (2%) E 41
1 FE 159/161 (99%) 148 (93%) 10 (6%) 1 (1%) 28 70
1 FF 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 141 56
1 FG 159/161 (99%) 150 (94%) 7 (4%) 2 (1%) 147 56
1 FH 159/161 (99%) 142 (89%) 14 (9%) 3 (2%) 9| 48
1 FI 159/161 (99%) 149 (94%) 7 (4%) 3 (2%) 48
1 FJ 159/161 (99%) 144 (91%) 13 (8%) 2 (1%) 141 56
1 FK 159/161 (99%) 144 (91%) 11 (7%) 4 (2%) 6] 41
1 FL 159/161 (99%) 146 (92%) 10 (6%) 3 (2%) 48
1 FM 159/161 (99%) 148 (93%) 9 (6%) 2 (1%) 141 56
1 FN 159/161 (99%) 148 (93%) 8 (5%) 3 (2%) E 48
1 FO 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 141 56
1 GA 159/161 (99%) 144 (91%) 12 (8%) 3 (2%) 9} 48
1 GB 159/161 (99%) 145 (91%) 11 (7%) 3 (2%) 48
1 GC 159/161 (99%) 146 (92%) 12 (8%) 1 (1%) 28 70
1 GD 159/161 (99%) 148 (93%) 7 (4%) 4 (2%) E 41
1 GE 159/161 (99%) 148 (93%) 10 (6%) 1 (1%) 28 70
1 GF 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 147 56
1 GG 159/161 (99%) 150 (94%) 7 (4%) 2 (1%) 141 56
1 GH 159/161 (99%) 142 (89%) 14 (9%) 3 (2%) 9| 48
1 GI 159/161 (99%) 149 (94%) 7 (4%) 3 (2%) 48
1 GJ 159/161 (99%) 144 (91%) 13 (8%) 2 (1%) 141 56
1 GK 159/161 (99%) 144 (91%) 11 (7%) 4 (2%) 6] 41
1 GL 159/161 (99%) 146 (92%) 10 (6%) 3 (2%) 48
1 GM 159/161 (99%) 148 (93%) 9 (6%) 2 (1%) 141 56
1 GN 159/161 (99%) 148 (93%) 8 (5%) 3 (2%) E 48
1 GO 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 141 56
1 HA 159/161 (99%) 144 (91%) 12 (8%) 3 (2%) E 48
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 HB 159/161 (99%) 145 (91%) 11 (7%) 3 (2%) E 48
1 HC 159/161 (99%) 146 (92%) 12 (8%) 1 (1%) 28 70
1 HD 159/161 (99%) 148 (93%) 7 (4%) 4 (2%) 61 41
1 HE 159/161 (99%) 148 (93%) 10 (6%) 1 (1%) 28 70
1 HF 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 141 56
1 HG 159/161 (99%) 150 (94%) 7 (4%) 2 (1%) 141 56
1 HH 159/161 (99%) 142 (89%) 14 (9%) 3 (2%) 9} 48
1 HI 159/161 (99%) 149 (94%) 7 (4%) 3 (2%) 48
1 HJ 159/161 (99%) 144 (91%) 13 (8%) 2 (1%) 147 56
1 HK 159/161 (99%) 144 (91%) 11 (7%) 4 (2%) 6] 41
1 HL 159/161 (99%) 146 (92%) 10 (6%) 3 (2%) 48
1 HM 159/161 (99%) 148 (93%) 9 (6%) 2 (1%) 141 56
1 HN 159/161 (99%) 148 (93%) 8 (5%) 3 (2%) 9] 48
1 HO 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 147 56
1 TA 159/161 (99%) 144 (91%) 12 (8%) 3 (2%) 9| 48
1 IB 159/161 (99%) 145 (91%) 11 (7%) 3 (2%) 48
1 IC 159/161 (99%) 146 (92%) 12 (8%) 1 (1%) 28 70
1 ID 159/161 (99%) 148 (93%) 7 (4%) 4 (2%) 68 41
1 IE 159/161 (99%) 148 (93%) 10 (6%) 1 (1%) 28 70
1 IF 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 141 56
1 IG 159/161 (99%) 150 (94%) 7 (4%) 2 (1%) 147 56
1 IH 159/161 (99%) 142 (89%) 14 (9%) 3 (2%) 9| 48
1 II 159/161 (99%) 149 (94%) 7 (4%) 3 (2%) 48
1 1J 159/161 (99%) 144 (91%) 13 (8%) 2 (1%) 141 56
1 IK 159/161 (99%) 144 (91%) 11 (7%) 4 (2%) 6] 41
1 IL 159/161 (99%) 146 (92%) 10 (6%) 3 (2%) 48
1 IM 159/161 (99%) 148 (93%) 9 (6%) 2 (1%) 141 56
1 IN 159/161 (99%) 148 (93%) 8 (5%) 3 (2%) E 48
1 10 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 141 56
1 JA 159/161 (99%) 144 (91%) 12 (8%) 3 (2%) 9| 48
1 JB 159/161 (99%) 145 (91%) 11 (7%) 3 (2%) 48
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 JC 159/161 (99%) 146 (92%) 12 (8%) 1 (1%) 28 70
1 JD 159/161 (99%) 149 (94%) 6 (4%) 4 (2%) E 41
1 JE 159/161 (99%) 148 (93%) 10 (6%) 1 (1%) 28 70
1 JF 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 147 56
1 JG 159/161 (99%) 150 (94%) 7 (4%) 2 (1%) 147 56
1 JH 159/161 (99%) 142 (89%) 14 (9%) 3 (2%) 9| 48
1 JI 159/161 (99%) 149 (94%) 7 (4%) 3 (2%) 48
1 JJ 159/161 (99%) 144 (91%) 13 (8%) 2 (1%) 147 56
1 JK 159/161 (99%) 144 (91%) 11 (7%) 4 (2%) 6] 41
1 JL 159/161 (99%) 146 (92%) 10 (6%) 3 (2%) 48
1 JM 159/161 (99%) 148 (93%) 9 (6%) 2 (1%) 147 56
1 JN 159/161 (99%) 148 (93%) 8 (5%) 3 (2%) E 48
1 JO 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 147 56
1 KA 159/161 (99%) 144 (91%) 12 (8%) 3 (2%) 9} 48
1 KB 159/161 (99%) 145 (91%) 11 (7%) 3 (2%) 48
1 KC 159/161 (99%) 146 (92%) 12 (8%) 1 (1%) 28 70
1 KD 159/161 (99%) 148 (93%) 7 (4%) 4 (2%) E 41
1 KE 159/161 (99%) 148 (93%) 10 (6%) 1 (1%) 28 70
1 KF 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 147 56
1 KG 159/161 (99%) 150 (94%) 7 (4%) 2 (1%) 147 56
1 KH 159/161 (99%) 142 (89%) 14 (9%) 3 (2%) 9} 48
1 KI 159/161 (99%) 149 (94%) 7 (4%) 3 (2%) 48
1 KJ 159/161 (99%) 144 (91%) 13 (8%) 2 (1%) 147 56
1 KK 159/161 (99%) 144 (91%) 11 (7%) 4 (2%) 6] 41
1 KL 159/161 (99%) 146 (92%) 10 (6%) 3 (2%) 48
1 KM 159/161 (99%) 148 (93%) 9 (6%) 2 (1%) 147 56
1 KN 159/161 (99%) 148 (93%) 8 (5%) 3 (2%) E 48
1 KO 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 147 56
1 LA 159/161 (99%) 144 (91%) 12 (8%) 3 (2%) 9| 48
1 LB 159/161 (99%) 145 (91%) 11 (7%) 3 (2%) 48
1 LC 159/161 (99%) 146 (92%) 12 (8%) 1 (1%) 28 70
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 LD 159/161 (99%) 148 (93%) 7 (4%) 4 (2%) E 41
1 LE 159/161 (99%) 148 (93%) 10 (6%) 1 (1%) 28 70
1 LF 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 141 56
1 LG 159/161 (99%) 150 (94%) 7 (4%) 2 (1%) 147 56
1 LH 159/161 (99%) 142 (89%) 14 (9%) 3 (2%) 9| 48
1 LI 159/161 (99%) 149 (94%) 7 (4%) 3 (2%) 48
1 LJ 159/161 (99%) 144 (91%) 13 (8%) 2 (1%) 147 56
1 LK 159/161 (99%) 144 (91%) 11 (7%) 4 (2%) 6] 41
1 LL 159/161 (99%) 146 (92%) 10 (6%) 3 (2%) 48
1 LM 159/161 (99%) 148 (93%) 9 (6%) 2 (1%) 141 56
1 LN 159/161 (99%) 148 (93%) 8 (5%) 3 (2%) 91 48
1 LO 159/161 (99%) 145 (91%) 12 (8%) 2 (1%) 141 56
All All 28620/28980 (99%) | 26305 (92%) | 1859 (6%) | 456 (2%) 16 | 51

All (456) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 AA 133 GLY
1 AB 83 GLU
1 AF 83 GLU
1 AF 133 GLY
1 AG 83 GLU
1 AH 131 LYS
1 Al 133 GLY
1 AJ 83 GLU
1 BA 133 GLY
1 BB 83 GLU
1 BF 83 GLU
1 BF 133 GLY
1 BG 83 GLU
1 BH 131 LYS
1 BI 83 GLU
1 BI 133 GLY
1 BJ 83 GLU
1 CA 133 GLY
1 CB 83 GLU
1 CF 83 GLU
1 CF 133 GLY
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Mol | Chain | Res | Type
1 CG 83 GLU
1 CH 131 LYS
1 CI 133 GLY
1 CJ 83 GLU
1 DA 133 GLY
1 DB 83 GLU
1 DF 83 GLU
1 DF 133 GLY
1 DG 83 GLU
1 DH 131 LYS
1 DI 133 GLY
1 DJ 83 GLU
1 EA 133 GLY
1 EB 83 GLU
1 EF 83 GLU
1 EF 133 GLY
1 EG 83 GLU
1 EH 131 LYS
1 EI 133 GLY
1 EJ 83 GLU
1 FA 133 GLY
1 FB 83 GLU
1 FF 83 GLU
1 FF 133 GLY
1 FG 83 GLU
1 FH 131 LYS
1 FI 133 GLY
1 FJ 83 GLU
1 GA 133 GLY
1 GB 83 GLU
1 GF 83 GLU
1 GF 133 GLY
1 GG 83 GLU
1 GH 131 LYS
1 GI 133 GLY
1 GJ 83 GLU
1 HA 133 GLY
1 HB 83 GLU
1 HF 83 GLU
1 HF 133 GLY
1 HG 83 GLU
1 HH 131 LYS
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Mol | Chain | Res | Type
1 HI 133 GLY
1 HJ 83 GLU
1 IA 133 GLY
1 IB 83 GLU
1 IF 83 GLU
1 IF 133 GLY
1 IG 83 GLU
1 IH 131 LYS
1 II 133 GLY
1 J 83 GLU
1 JA 133 GLY
1 JB 83 GLU
1 JF 83 GLU
1 JF 133 GLY
1 JG 83 GLU
1 JH 131 LYS
1 JI 133 GLY
1 JJ 83 GLU
1 KA 133 GLY
1 KB 83 GLU
1 KF 83 GLU
1 KF 133 GLY
1 KG 83 GLU
1 KH 131 LYS
1 KI 133 GLY
1 KJ 83 GLU
1 LA 133 GLY
1 LB 83 GLU
1 LF 83 GLU
1 LF 133 GLY
1 LG 83 GLU
1 LH 131 LYS
1 LI 133 GLY
1 LJ 83 GLU
1 AA 83 GLU
1 AC 83 GLU
1 AD 54 PRO
1 AE 83 GLU
1 AH 132 HIS
1 Al 54 PRO
1 Al 83 GLU
1 AK 83 GLU
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Mol | Chain | Res | Type
1 AL 27 VAL
1 AM 83 GLU
1 AN 83 GLU
1 AO 83 GLU
1 BA 83 GLU
1 BC 83 GLU
1 BD 54 PRO
1 BE 83 GLU
1 BH 132 HIS
1 BI 54 PRO
1 BK 83 GLU
1 BL 27 VAL
1 BM 83 GLU
1 BN 83 GLU
1 BO 83 GLU
1 CA 83 GLU
1 CcC 83 GLU
1 CD 54 PRO
1 CE 83 GLU
1 CH 132 HIS
1 CI 54 PRO
1 CI 83 GLU
1 CK 83 GLU
1 CL 27 VAL
1 CM 83 GLU
1 CN 83 GLU
1 CO 83 GLU
1 DA 83 GLU
1 DC 83 GLU
1 DD 54 PRO
1 DE 83 GLU
1 DH 132 HIS
1 DI 54 PRO
1 DI 83 GLU
1 DK 83 GLU
1 DL 27 VAL
1 DM 83 GLU
1 DN 83 GLU
1 DO 83 GLU
1 EA 83 GLU
1 EC 83 GLU
1 ED 54 PRO
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Mol | Chain | Res | Type
1 EE 83 GLU
1 EH 132 HIS
1 EI 54 PRO
1 EI 83 GLU
1 EK 83 GLU
1 EL 27 VAL
1 EM 83 GLU
1 EN 83 GLU
1 EO 83 GLU
1 FA 83 GLU
1 FC 83 GLU
1 FD 54 PRO
1 FE 83 GLU
1 FH 132 HIS
1 FI 54 PRO
1 FI 83 GLU
1 FK 83 GLU
1 FL 27 VAL
1 FM 83 GLU
1 FN 83 GLU
1 FO 83 GLU
1 GA 83 GLU
1 GC 83 GLU
1 GD 54 PRO
1 GE 83 GLU
1 GH 132 HIS
1 GI 54 PRO
1 GI 83 GLU
1 GK 83 GLU
1 GL 27 VAL
1 GM 83 GLU
1 GN 83 GLU
1 GO 83 GLU
1 HA 83 GLU
1 HC 83 GLU
1 HD 54 PRO
1 HE 83 GLU
1 HH 132 HIS
1 HI 54 PRO
1 HI 83 GLU
1 HK 83 GLU
1 HL 27 VAL

Continued on next page...
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Mol | Chain | Res | Type
1 HM 83 GLU
1 HN 83 GLU
1 HO 83 GLU
1 IA 83 GLU
1 IC 83 GLU
1 ID 54 PRO
1 IE 83 GLU
1 IH 132 HIS
1 II 54 PRO
1 II 83 GLU
1 IK 83 GLU
1 IL 27 VAL
1 IM 83 GLU
1 IN 83 GLU
1 10 83 GLU
1 JA 83 GLU
1 JC 83 GLU
1 JD 54 PRO
1 JE 83 GLU
1 JH 132 HIS
1 JI 54 PRO
1 JI 83 GLU
1 JK 83 GLU
1 JL 27 VAL
1 JM 83 GLU
1 JN 83 GLU
1 JO 83 GLU
1 KA 83 GLU
1 KC 83 GLU
1 KD 54 PRO
1 KE 83 GLU
1 KH 132 HIS
1 KI 54 PRO
1 KI 83 GLU
1 KK 83 GLU
1 KL 27 VAL
1 KM 83 GLU
1 KN 83 GLU
1 KO 83 GLU
1 LA 83 GLU
1 LC 83 GLU
1 LD 54 PRO

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

Mol | Chain | Res | Type
1 LE 83 GLU
1 LH 132 HIS
1 LI 54 PRO
1 LI 83 GLU
1 LK 83 GLU
1 LL 27 VAL
1 LM 83 GLU
1 LN 83 GLU
1 LO 83 GLU
1 AA 54 PRO
1 AD 83 GLU
1 AM 54 PRO
1 AN 54 PRO
1 AO 54 PRO
1 BA 54 PRO
1 BD 83 GLU
1 BM 54 PRO
1 BN 54 PRO
1 BO 54 PRO
1 CA 54 PRO
1 CD 83 GLU
1 CM 54 PRO
1 CN 54 PRO
1 CO 54 PRO
1 DA 54 PRO
1 DD 83 GLU
1 DM 54 PRO
1 DN 54 PRO
1 DO 54 PRO
1 EA 54 PRO
1 ED 83 GLU
1 EM 54 PRO
1 EN 54 PRO
1 EO 54 PRO
1 FA 54 PRO
1 FD 83 GLU
1 FM 54 PRO
1 FN 54 PRO
1 FO 54 PRO
1 GA 54 PRO
1 GD 83 GLU
1 GM 54 PRO

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

Mol | Chain | Res | Type
1 GN 54 PRO
1 GO 54 PRO
1 HA 54 PRO
1 HD 83 GLU
1 HM 54 PRO
1 HN 54 PRO
1 HO 54 PRO
1 A 54 PRO
1 ID 83 GLU
1 IM 54 PRO
1 IN 54 PRO
1 10 54 PRO
1 JA 54 PRO
1 JD 83 GLU
1 JM 54 PRO
1 JN 54 PRO
1 JO 54 PRO
1 KA 54 PRO
1 KD 83 GLU
1 KM 54 PRO
1 KN 54 PRO
1 KO 54 PRO
1 LA 54 PRO
1 LD 83 GLU
1 LM 54 PRO
1 LN 54 PRO
1 LO 54 PRO
1 AB 133 GLY
1 AD 133 GLY
1 Al 54 PRO
1 AK 7 LYS
1 AL 54 PRO
1 AL 85 ALA
1 AN 133 GLY
1 BB 133 GLY
1 BD 133 GLY
1 BJ 54 PRO
1 BK 7 LYS
1 BL 54 PRO
1 BL 85 ALA
1 BN 133 GLY
1 CB 133 GLY

Continued on next page...
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Mol | Chain | Res | Type
1 CD 133 GLY
1 CJ 54 PRO
1 CK 7 LYS
1 CL 54 PRO
1 CL 85 ALA
1 CN 133 GLY
1 DB 133 GLY
1 DD 133 GLY
1 DJ 54 PRO
1 DK 7 LYS
1 DL 54 PRO
1 DL 85 ALA
1 DN 133 GLY
1 EB 133 GLY
1 ED 133 GLY
1 EJ 54 PRO
1 EK 7 LYS
1 EL 54 PRO
1 EL 85 ALA
1 EN 133 GLY
1 FB 133 GLY
1 FD 133 GLY
1 FJ 54 PRO
1 FK 7 LYS
1 FL 54 PRO
1 FL 85 ALA
1 FN 133 GLY
1 GB 133 GLY
1 GD 133 GLY
1 GJ 54 PRO
1 GK 7 LYS
1 GL 54 PRO
1 GL 85 ALA
1 GN 133 GLY
1 HB 133 GLY
1 HD 133 GLY
1 HJ 54 PRO
1 HK 7 LYS
1 HL 54 PRO
1 HL 85 ALA
1 HN 133 GLY
1 IB 133 GLY

Continued on next page...
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Mol | Chain | Res | Type
1 ID 133 GLY
1 1J 54 PRO
1 IK 7 LYS
1 IL 54 PRO
1 IL 85 ALA
1 IN 133 GLY
1 JB 133 GLY
1 JD 133 GLY
1 JJ 54 PRO
1 JK 7 LYS
1 JL 54 PRO
1 JL 85 ALA
1 JN 133 GLY
1 KB 133 GLY
1 KD 133 GLY
1 KJ 54 PRO
1 KK 7 LYS
1 KL 54 PRO
1 KL 85 ALA
1 KN 133 GLY
1 LB 133 GLY
1 LD 133 GLY
1 LJ 54 PRO
1 LK 7 LYS
1 LL 54 PRO
1 LL 85 ALA
1 LN 133 GLY
1 AG 133 GLY
1 AH 134 ASN
1 AK 132 HIS
1 BG 133 GLY
1 BH 134 ASN
1 BK 132 HIS
1 CG 133 GLY
1 CH 134 ASN
1 CK 132 HIS
1 DG 133 GLY
1 DH 134 ASN
1 DK 132 HIS
1 EG 133 GLY
1 EH 134 ASN
1 EK 132 HIS

Continued on next page...
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Mol | Chain | Res | Type
1 FG 133 GLY
1 FH 134 ASN
1 FK 132 HIS
1 GG 133 GLY
1 GH 134 ASN
1 GK 132 HIS
1 HG 133 GLY
1 HH 134 ASN
1 HK 132 HIS
1 IG 133 GLY
1 IH 134 ASN
1 IK 132 HIS
1 JG 133 GLY
1 JH 134 ASN
1 JK 132 HIS
1 KG 133 GLY
1 KH 134 ASN
1 KK 132 HIS
1 LG 133 GLY
1 LH 134 ASN
1 LK 132 HIS
1 AB 60 PRO
1 AD 132 HIS
1 BB 60 PRO
1 BD 132 HIS
1 CB 60 PRO
1 CD 132 HIS
1 DB 60 PRO
1 DD 132 HIS
1 EB 60 PRO
1 ED 132 HIS
1 FB 60 PRO
1 FD 132 HIS
1 GB 60 PRO
1 GD 132 HIS
1 HB 60 PRO
1 HD 132 HIS
1 IB 60 PRO
1 ID 132 HIS
1 JB 60 PRO
1 JD 132 HIS
1 KB 60 PRO

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

Mol | Chain | Res | Type
1 KD 132 HIS
1 LB 60 PRO
1 LD 132 HIS
1 AK 129 GLY
1 BK 129 GLY
1 CK 129 GLY
1 DK 129 GLY
1 EK 129 GLY
1 FK 129 GLY
1 GK 129 GLY
1 HK 129 GLY
1 IK 129 GLY
1 JK 129 GLY
1 KK 129 GLY
1 LK 129 GLY

5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all PDB entries followed by that with respect to all EM

entries.

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

Percentiles

o] [100]

I |

o] [100]

I | i

o] [100]

o] [100]

Cloo] [100]

o] [100]

I | i

o] [100]

L] [100]

Mol | Chain Analysed Rotameric | Outliers
1 AA 4/127 (3%) 4 (100%) 0
1 AB 4/127 (3%) 4 (100%) 0
1 AC 4/127 (3%) 4 (100%) 0
1 AD 4/127 (3%) 4 (100%) 0
1 AE 4/127 (3%) 4 (100%) 0
1 AF 4/127 (3%) 4 (100%) 0
1 AG 4/127 (3%) 4 (100%) 0
1 AH 4/127 (3%) 4 (100%) 0
1 Al 4/127 (3%) 4 (100%) 0
1 Al 4/127 (3%) 4 (100%) 0
1 AK 4/127 (3%) 4 (100%) 0
1 AL 4/127 (3%) 4 (100%) 0

=
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Percentiles
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Mol | Chain Analysed Rotameric | Outliers
1 AM 4/127 (3%) 4 (100%) 0
1 AN 4/127 (3%) 4 (100%) 0
1 AO 4/127 (3%) 4 (100%) 0
1 BA 4/127 (3%) 4 (100%) 0
1 BB 4/127 (3%) 4 (100%) 0
1 BC 4/127 (3%) 4 (100%) 0
1 BD 4/127 (3%) 4 (100%) 0
1 BE 4/127 (3%) 4 (100%) 0
1 BF 4/127 (3%) 4 (100%) 0
1 BG 4/127 (3%) 4 (100%) 0
1 BH 4/127 (3%) 4 (100%) 0
1 BI 4/127 (3%) 4 (100%) 0
1 BJ 4/127 (3%) 4 (100%) 0
1 BK 4/127 (3%) 4 (100%) 0
1 BL 4/127 (3%) 4 (100%) 0
1 BM 4/127 (3%) 4 (100%) 0
1 BN 4/127 (3%) 4 (100%) 0
1 BO 4/127 (3%) 4 (100%) 0
1 CA 4/127 (3%) 4 (100%) 0
1 CB 4/127 (3%) 4 (100%) 0
1 CC 4/127 (3%) 4 (100%) 0
1 CD 4/127 (3%) 4 (100%) 0
1 CE 4/127 (3%) 4 (100%) 0
1 CF 4/127 (3%) 4 (100%) 0
1 CG 4/127 (3%) 4 (100%) 0
1 CH 4/127 (3%) 4 (100%) 0
1 CI 4/127 (3%) 4 (100%) 0
1 CJ 4/127 (3%) 4 (100%) 0
1 CK 4/127 (3%) 4 (100%) 0
1 CL 4/127 (3%) 4 (100%) 0
1 CM 4/127 (3%) 4 (100%) 0
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Mol | Chain Analysed Rotameric | Outliers
1 CN 4/127 (3%) 4 (100%) 0
1 CO 4/127 (3%) 4 (100%) 0
1 DA 4/127 (3%) 4 (100%) 0
1 DB 4/127 (3%) 4 (100%) 0
1 DC 4/127 (3%) 4 (100%) 0
1 DD 4/127 (3%) 4 (100%) 0
1 DE 4/127 (3%) 4 (100%) 0
1 DF 4/127 (3%) 4 (100%) 0
1 DG 4/127 (3%) 4 (100%) 0
1 DH 4/127 (3%) 4 (100%) 0
1 DI 4/127 (3%) 4 (100%) 0
1 DJ 4/127 (3%) 4 (100%) 0
1 DK 4/127 (3%) 4 (100%) 0
1 DL 4/127 (3%) 4 (100%) 0
1 DM 4/127 (3%) 4 (100%) 0
1 DN 4/127 (3%) 4 (100%) 0
1 DO 4/127 (3%) 4 (100%) 0
1 EA 4/127 (3%) 4 (100%) 0
1 EB 4/127 (3%) 4 (100%) 0
1 EC 4/127 (3%) 4 (100%) 0
1 ED 4/127 (3%) 4 (100%) 0
1 EE 4/127 (3%) 4 (100%) 0
1 EF 4/127 (3%) 4 (100%) 0
1 EG 4/127 (3%) 4 (100%) 0
1 EH 4/127 (3%) 4 (100%) 0
1 El 4/127 (3%) 4 (100%) 0
1 EJ 4/127 (3%) 4 (100%) 0
1 EK 4/127 (3%) 4 (100%) 0
1 EL 4/127 (3%) 4 (100%) 0
1 EM 4/127 (3%) 4 (100%) 0
1 EN 4/127 (3%) 4 (100%) 0
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Percentiles
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Mol | Chain Analysed Rotameric | Outliers
1 EO 4/127 (3%) 4 (100%) 0
1 FA 4/127 (3%) 4 (100%) 0
1 FB 4/127 (3%) 4 (100%) 0
1 FC 4/127 (3%) 4 (100%) 0
1 FD 4/127 (3%) 4 (100%) 0
1 FE 4/127 (3%) 4 (100%) 0
1 FF 4/127 (3%) 4 (100%) 0
1 FG 4/127 (3%) 4 (100%) 0
1 FH 4/127 (3%) 4 (100%) 0
1 FI 4/127 (3%) 4 (100%) 0
1 FJ 4/127 (3%) 4 (100%) 0
1 FK 4/127 (3%) 4 (100%) 0
1 FL 4/127 (3%) 4 (100%) 0
1 FM 4/127 (3%) 4 (100%) 0
1 FN 4/127 (3%) 4 (100%) 0
1 FO 4/127 (3%) 4 (100%) 0
1 GA 4/127 (3%) 4 (100%) 0
1 GB 4/127 (3%) 4 (100%) 0
1 GC 4/127 (3%) 4 (100%) 0
1 GD 4/127 (3%) 4 (100%) 0
1 GE 4/127 (3%) 4 (100%) 0
1 GF 4/127 (3%) 4 (100%) 0
1 GG 4/127 (3%) 4 (100%) 0
1 GH 4/127 (3%) 4 (100%) 0
1 GI 4/127 (3%) 4 (100%) 0
1 GJ 4/127 (3%) 4 (100%) 0
1 GK 4/127 (3%) 4 (100%) 0
1 GL 4/127 (3%) 4 (100%) 0
1 GM 4/127 (3%) 4 (100%) 0
1 GN 4/127 (3%) 4 (100%) 0
1 GO 4/127 (3%) 4 (100%) 0
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Mol | Chain Analysed Rotameric | Outliers
1 HA 4/127 (3%) 4 (100%) 0
1 HB 4/127 (3%) 4 (100%) 0
1 HC 4/127 (3%) 4 (100%) 0
1 HD 4/127 (3%) 4 (100%) 0
1 HE 4/127 (3%) 4 (100%) 0
1 HF 4/127 (3%) 4 (100%) 0
1 HG 4/127 (3%) 4 (100%) 0
1 HH 4/127 (3%) 4 (100%) 0
1 HI 4/127 (3%) 4 (100%) 0
1 HJ 4/127 (3%) 4 (100%) 0
1 HK 4/127 (3%) 4 (100%) 0
1 HL 4/127 (3%) 4 (100%) 0
1 HM 4/127 (3%) 4 (100%) 0
1 HN 4/127 (3%) 4 (100%) 0
1 HO 4/127 (3%) 4 (100%) 0
1 IA 4/127 (3%) 4 (100%) 0
1 IB 4/127 (3%) 4 (100%) 0
1 IC 4/127 (3%) 4 (100%) 0
1 ID 4/127 (3%) 4 (100%) 0
1 IE 4/127 (3%) 4 (100%) 0
1 IF 4/127 (3%) 4 (100%) 0
1 IG 4/127 (3%) 4 (100%) 0
1 [H 4/127 (3%) 4 (100%) 0
1 IT 4/127 (3%) 4 (100%) 0
1 1J 4/127 (3%) 4 (100%) 0
1 IK 4/127 (3%) 4 (100%) 0
1 IL 4/127 (3%) 4 (100%) 0
1 IM 4/127 (3%) 4 (100%) 0
1 IN 4/127 (3%) 4 (100%) 0
1 10 4/127 (3%) 4 (100%) 0
1 JA 4/127 (3%) 4 (100%) 0
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Mol | Chain Analysed Rotameric | Outliers
1 JB 4/127 (3%) 4 (100%) 0
1 JC 4/127 (3%) 4 (100%) 0
1 JD 4/127 (3%) 4 (100%) 0
1 JE 4/127 (3%) 4 (100%) 0
1 JF 4/127 (3%) 4 (100%) 0
1 JG 4/127 (3%) 4 (100%) 0
1 JH 4/127 (3%) 4 (100%) 0
1 JI 4/127 (3%) 4 (100%) 0
1 JJ 4/127 (3%) 4 (100%) 0
1 JK 4/127 (3%) 4 (100%) 0
1 JL 4/127 (3%) 4 (100%) 0
1 JM 4/127 (3%) 4 (100%) 0
1 JN 4/127 (3%) 4 (100%) 0
1 JO 4/127 (3%) 4 (100%) 0
1 KA 4/127 (3%) 4 (100%) 0
1 KB 4/127 (3%) 4 (100%) 0
1 KC 4/127 (3%) 4 (100%) 0
1 KD 4/127 (3%) 4 (100%) 0
1 KE 4/127 (3%) 4 (100%) 0
1 KF 4/127 (3%) 4 (100%) 0
1 KG 4/127 (3%) 4 (100%) 0
1 KH 4/127 (3%) 4 (100%) 0
1 KI 4/127 (3%) 4 (100%) 0
1 KJ 4/127 (3%) 4 (100%) 0
1 KK 4/127 (3%) 4 (100%) 0
1 KL 4/127 (3%) 4 (100%) 0
1 KM 4/127 (3%) 4 (100%) 0
1 KN 4/127 (3%) 4 (100%) 0
1 KO 4/127 (3%) 4 (100%) 0
1 LA 4/127 (3%) 4 (100%) 0
1 LB 4/127 (3%) 4 (100%) 0
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 | e 4/127 (3%) 4 (100%) 0 100 ] [100]
1 | LD 4/127 (3%) 4 (100%) 0 [100] [ 100}
1 | LE 4/127 (3%) | 4 (100%) 0 100 ] [100]
1 | LF 4/127 (3%) 4 (100%) 0 [100] [ 100}
1 | LG 4/127 (3%) 4 (100%) 0 [100] [ 100]
1 | LH 4/127 (3%) 4 (100%) 0 100 ] [100]
1 LI 4/127 (3%) 4 (100%) 0 100 | 100}
1 | LI 4/127 (3%) | 4 (100%) 0 100 ] [100]
1| 1K 4/127 (3%) 4 (100%) 0 100 [ 100}
1| Lo 4127 (3%) | 4 (100%) 0 100 ] [ 100]
Y 4/127 (3%) 4 (100%) 0 100 ] [100]
1| LN 4/127 (3%) 4 (100%) 0 100 [ 100]
1 | Lo 4/127 (3%) | 4 (100%) 0 100 ] [100]

AL | Al | 720/22860 (3%) | 720 (100%) 0 [100] [ 100}

There are no protein residues with a non-rotameric sidechain to report.

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes.

such sidechains identified.

5.3.3 RNA (D

There are no RNA molecules in this entry.

There are no

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.
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5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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