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

EMDB validation analysis : 0.0.1.dev118

Mogul : 2022.3.0, CSD as543be (2022)

MolProbity : FAILED

buster-report : 1.1.7 (2018)
Percentile statistics :  20231227.v01 (using entries in the PDB archive December 27th 2023)
MapQ : 1.9.13
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.43.1
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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 4.20 A.
There are no overall percentile quality scores available for this entry.

MolProbity failed to run properly - the sequence quality summary graphics cannot be shown.
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2 Entry composition (i)

There are 25 unique types of molecules in this entry. The entry contains 1449349 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 Tubulin beta chain.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 0 427 3369 2127 577 644 21 0 0

Total C N O S
1 Fl 427 3369 2127 577 644 21 0 0

Total C N O S
1 Fm 427 3360 2127 577 644 21 0 0

Total C N O S
1 Fn 427 3369 2127 577 644 21 0 0

Total C N O S
1 Fo 427 3369 2127 577 644 21 0 0

Total C N O S
1 Fp 427 3369 2127 577 644 21 0 0

Total C N O S
1 Fq 427 3360 2127 577 644 21 0 0

Total C N O S
1 Fr 427 3360 2127 577 644 21 0 0

Total C N O S
1 bs 427 3360 2127 577 644 21 0 0

Total C N O S
1| A0 427 3360 2127 577 644 21 0 0

Total C N O S
1 ke 427 3360 2127 577 644 21 0 0

Total C N O S
1 Fa 427 3360 2127 577 644 21 0 0

Total C N O S
1 kv 427 3360 2127 577 644 21 0 0

Total C N O S
L) Fw 427 3360 2127 577 644 21 0 0

Total C N O S
1 Fx 427 3369 2127 577 644 21 0 0

Total C N O S
1 Fy 427 3369 2127 577 644 21 0 0

Total C N O S
1 k2 427 3369 2127 577 644 21 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
L GH 421 gggl 21027 51;17 624 2S1 0 0
L GU 421 gggl 21Cz7 51;17 624 2S1 0 0
L GV 421 ggg?)l 21027 51;17 624 2S1 0 0
L oW 421 53?91 21027 51;17 651)4 281 0 0
L GX 421 ggg 21027 51;17 624 281 0 0
L GY 427 ggg 21%7 5157 651)4 281 0 0
L Gz 427 rl:;gg;l 21027 5?7 624 281 0 0
L Ga 427 53?91 21(327 51;17 624 281 0 0
L Gb 427 ggg;l 21(327 5§7 6(24 281 0 0
L Ge 427 gg?gl 21027 5§7 6(24 281 0 0
L Gd 427 gg?gl 21027 5§7 6(24 281 0 0
L Ge 427 gggzl 21027 51;17 6(24 281 0 0
L G 427 ggézl 21027 51?7 6(24 281 0 0
L Ge 427 ggtﬁzl 21(327 51;17 624 2S1 0 0
L Gh 427 23231 21027 51;17 624 2S1 0 0
L Gi 427 53231 21027 5§7 624 281 0 0
L Gi 427 23231 21027 5§7 624 281 0 0
L Gk 421 23231 21027 5§7 624 281 0 0
1] Gm 421 gggaél 21027 51;17 624 281 0 0
L O 421 1?:;?91 21027 51;17 624 281 0 0
L P 421 ggg;l 21027 51;7 624 281 0 0
Continued on next page...
grbB
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
L U 421 gggl 21Cz7 51;17 624 2S1 0 0
L X 421 gggl 21Cz7 51;17 624 2S1 0 0
L A3 421 53?91 21027 51;17 624 2S1 0 0
L o 421 ggg 21C27 51;17 651)4 2S1 0 0
L . 421 ggg 21027 51;17 651)4 2S1 0 0
L ' 427 rl:;gg 21%7 5?7 651)4 281 0 0
L | A4 427 rl:;gg;l 21027 5?7 624 281 ¥ 0
1 | AB 427 53?91 21(327 51;17 624 281 ¥ 0
L] AC 427 ggg;l 21(327 5§7 6(24 281 0 0
L | AD 427 gg?gl 21027 5§7 6(24 281 0 0
L | AE 427 gg?gl 21027 5§7 6(24 281 0 0
L AF 427 ggézl 21027 5?7 6(24 281 0 0
L AG 427 ggééél 21027 5?7 6(24 281 0 0
L All 427 ggtﬁzl 21027 51;17 624 2S1 0 0
L AL 427 53231 21027 51;17 624 2S1 0 0
1| AM 427 ?)EZZI 21027 5§7 624 281 0 0
L AN 427 g@é? 21027 5§7 624 281 0 0
L AO 421 13:;231 21027 51;17 624 281 0 0
L AP 421 gggaél 21027 51;17 624 281 0 0
L AQ 421 1?:2231 21027 51;17 624 281 0 0
L AR 421 ggg;l 21027 51;17 624 281 0 0
Continued on next page...
gPDB
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
L AS 421 ggg;l 21Cz7 51;17 624 2S1 0 0
L AT 421 1;3221 21027 51;17 624 2S1 0 0
L | AU 421 ggg;l 21(327 51;17 624 2S1 0 0
L AV 421 ggg 21027 51;17 651)4 2S1 0 0
L| AW 421 ggg 21027 51;17 651)4 2S1 0 0
L] AX 427 rl:;gg 21027 5?7 651)4 281 0 0
LAY 427 rl:;gg;l 21027 5?7 624 281 0 0
L | Az 427 53?91 21(327 51;17 624 281 0 0
L | Aa 427 ggg;l 21(327 5§7 6(24 281 0 0
L | 4b 427 gg?gl 21027 5§7 6(24 281 0 0
L] A 427 gg?gl 21027 5§7 6(24 281 0 0
L Ad 427 gggzl 21027 51;17 6(24 281 0 0
L Ae 427 ggg;l 21027 51;17 6(24 281 0 0
L Af 427 ggtéél 21(327 51;7 6(24 281 0 0
L Ag 427 23231 21027 51;17 624 281 0 0
L Ab 427 53231 21027 51;7 6(24 281 0 0
L Al 427 23231 21027 5§7 6(24 281 0 0
1| Am 421 1;;3231 21027 51;17 624 281 0 0
L An 421 gggaél 21027 51;17 624 281 0 0
L Ao 421 1?:;?91 21027 51;17 624 281 0 0
L Ap 421 ggg;l 21027 51;17 624 281 0 0
Continued on next page...
grbB
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
! Aq 421 gggl 21Cz7 51;17 624 2S1 0 0
! Ar 421 gggl 21Cz7 51;17 624 2S1 0 0
! As 421 ggg 21027 51;17 624 2S1 0 0
Lo At 421 ggg 21C27 51;17 651)4 2S1 0 0
1 Au 421 ggg 21027 51;17 651)4 2S1 0 0
L Av 421 rl:;gg 21%7 5?7 651)4 281 0 0
1| Az 421 rl:;gg;l 21027 5?7 624 281 0 0
1| BA 421 53?91 21(327 51;17 624 281 0 0
1| BB 421 ggg;l 21(327 5§7 6(24 281 0 0
L | BC 421 gg?gl 21027 5§7 6(24 281 0 0
| BD 421 gg?gl 21027 5§7 6(24 281 0 0
L BE 421 ggé? 21027 51;17 6(24 281 0 0
L B 421 ngg;l 21027 51;17 6(24 281 0 0
L BG 421 ngg;l 21(327 51;17 6(24 281 0 0
L BH 421 23231 21027 51;7 6(24 281 0 0
1| BW 421 ?EZZI 21027 51;7 6(24 281 0 0
L Bz 421 g@é? 21027 51;7 624 281 0 0
L Ba 421 1;;3231 21027 51;17 624 281 0 0
L Bb 421 gggaél 21027 51;17 624 281 0 0
L Be 421 1?:;?91 21027 51;17 624 281 0 0
! B 421 gggaél 21C27 51;17 624 281 0 0
Continued on next page...
gPrDE
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
! Beg 421 gggl 21Cz7 51;17 624 2S1 0 0
! Bh 421 gggl 21C27 51;17 624 2S1 0 0
! Bi 421 ggg 21027 51;17 624 2S1 0 0
1 BJ 421 ggg 21027 51;17 651)4 2S1 0 0
1 Bk 421 ggg 21027 51;17 651)4 2S1 0 0
L Bl 421 rl:;gg 21027 5?7 651)4 281 0 0
1 | Bm 421 rl:;gg;l 21027 5?7 624 281 0 0
1L | Bn 421 53?91 21(327 51;17 624 281 0 0
1| Be 421 ggg;l 21(327 5§7 6(24 281 0 0
L] B 421 gg?gl 21027 5§7 6(24 281 0 0
L | Ba 421 gg?gl 21027 5§7 6(24 281 0 0
L Br 421 gggzl 21027 51;17 6(24 281 0 0
L Bs 421 ggg;l 21027 51;17 6(24 281 0 0
L Bt 421 nggz;l 21(327 51;7 651)4 281 0 0
L bL 421 ggg;l 21027 51;7 6(24 281 0 0
1| DM 421 ?EZZI 21027 51;7 6(24 281 0 0
L DN 421 g@é? 21027 51;7 624 281 0 0
L bo 421 13:;26;1 21027 51;7 624 281 0 0
L bp 421 gggaél 21027 51;17 624 281 0 0
L bQ 421 1?:;2&91 21027 51;17 651)4 281 0 0
! DR 421 gggaél 21027 557 624 281 0 0
Continued on next page...
gPrDE
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
! DS 421 gggl 21027 51;17 624 2S1 0 0
! DT 421 gggl 21Cz7 51;17 624 2S1 0 0
! bu 421 ggg?)l 21027 51;17 624 2S1 0 0
1 bV 421 53?91 21027 51;17 651)4 281 0 0
L bw 421 ggg 21027 51;17 624 281 0 0
L bx 421 ggg 21%7 5157 651)4 281 0 0
L MY 421 rl:;gg;l 21027 5?7 624 281 0 0
L | bz 421 53?91 21(327 51;17 624 281 0 0
1| Da 421 ggg;l 21(327 5§7 6(24 281 0 0
L | Db 421 gg?gl 21027 5§7 6(24 281 0 0
L | De 421 gg?gl 21027 5§7 6(24 281 0 0
L bd 421 gggzl 21027 5?7 6(24 281 0 0
L De 421 ggg;l 21027 51;17 6(24 281 0 0
L D 421 gggzl 21(327 51;7 624 2S1 0 0
L Dg 421 23231 21027 51;17 624 281 0 0
L bh 421 53231 21027 5§7 624 281 0 0
L bi 421 23231 21027 5§7 624 281 0 0
L D] 421 23231 21027 5§7 624 281 0 0
L Dk 421 gggaél 21027 51;17 624 281 0 0
L Dy 421 1?:;?91 21027 51;17 624 281 0 0
! Dr 421 ggg;l 21027 51;17 624 281 0 0
Continued on next page...
gPrDE
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
! Ds 421 gggl 21Cz7 51;17 624 2S1 0 0
L Db 421 gggl 21Cz7 51;17 624 2S1 0 0
! bu 421 ggg 21027 51;17 624 2S1 0 0
1 bv 421 ggg 21C27 51;17 651)4 2S1 0 0
1 bw 421 ggg 21027 51;17 651)4 2S1 0 0
L bx 421 rl:;gg 21%7 5?7 651)4 281 0 0
L] ko 421 rl:;gg;l 21027 5?7 624 281 0 0
| B 421 53?91 21(327 51;17 624 281 0 0
| EL 421 ggg;l 21(327 5§7 6(24 281 0 0
1| EM 421 gg?gl 21027 5§7 6(24 281 0 0
L | BN 421 gg?gl 21027 5§7 6(24 281 0 0
L EO 421 ggé?)l 21027 51;17 6(24 281 0 0
L EP 421 gSZZI 21027 51;17 6(24 281 0 0
L EQ 421 ggézl 21(327 51;17 651)4 281 0 0
L ER 421 ggézl 21027 51;7 6(24 281 0 0
L ES 421 %EZZI 21027 51;7 6(24 281 0 0
L BT 421 g@é? 21027 51;17 624 281 0 0
L EU 421 13:;231 21027 51;7 624 281 0 0
L EV 421 gggaél 21027 51;17 624 281 0 0
1| BW 421 1?:;?91 21027 51;17 651)4 2S1 0 0
! kX 421 gggaél 21027 51;17 651)4 281 0 0
Continued on next page...
gPrDE
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 EY 427 T3‘(§ ESZI 2 1027 51;17 624 281 0 0
1 EZ 427 T3‘(§ E;;l 2 1C27 51;17 624 281 0 0
! fa 427 ggg 21027 51;17 624 2S1 0 0
! Eb 427 gg g;l 2 1027 51;17 651)4 281 0 0
! ke 427 ggg 21027 51;17 651)4 2S1 0 0
L £d 421 rl:;gg 21027 51;7 651)4 281 0 0
b 27| s i s oeu 2 0 ¥
L] 7 27| s i s oeu 2 0 ¥
| B 27|y i s oeu 2 ¥ 0
] H 27| s i s oeu 2 0 0
L] 2 27| s o s osu o ¥ 0
L 8 421 gggzl 21027 51;17 6(24 281 0 0
L i 421 gggzl 21027 51;17 624 281 0 0
L FA 421 gggzl 21027 51;17 6(24 281 0 0
L B 421 gggzl 21027 51;17 6(24 281 0 0
L FC 421 rggg?)l 21027 51;17 6(24 281 0 0
L D 421 gggzl 21027 5§7 6(24 281 0 0
L FE 421 13:;221 21027 51;7 6(24 281 0 0
1 FE 427 g‘g ga91 2 1027 51;17 651)4 281 0 0
1 FG 427 g‘g t68491 2 1027 51;17 651)4 281 0 0
1 FH 427 g‘g ga91 2 1027 51;17 651)4 281 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
L F 421 gggl 21027 51;17 624 281 0 0
L ) 421 ggg?)l 21C27 51;17 624 281 0 0
L FK 421 ggg 21(327 51;17 624 281 0 0
L KL 421 ggg 21027 51;17 651)4 281 0 0
L N 421 ggg 21CQ7 51;17 651)4 281 0 0
L ) 421 ’ggg?)l 21027 51;7 624 281 0 0
e Molecule 2 is a protein called FAP21.
Mol | Chain | Residues Atoms AltConf | Trace
2 | A | P o m s O
e Molecule 3 is a protein called Tubulin alpha chain.
Mol | Chain | Residues Atoms AltConf | Trace
3 K 430 ggga; 21(510 51;10 625 280 0 0
3 K 430 gggl 21(510 51;10 6(3)5 280 0 0
3 Kl 430 ggggl 21(510 51;10 6(?35 2S() 0 0
3 Gl 430 ggggl 21C40 51;10 625 2SO 0 0
3 G2 430 gggzl 2120 51;10 6(;5 2S() 0 0
3 G3 430 ggga; 2120 51;10 6(;5 2S() 0 0
3 G4 430 ggga; 21(310 51;10 625 2SO 0 0
s Go 430 1313?51 21(310 51;10 6(?35 2SO 0 0
s GG 430 gggaSI 21(1]10 51;10 6(3)5 2SO 0 0
3| GA 80|y ou s 6 20 0 0
Continued on next page...
$roe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
3 GB 430 ggg;l 2120 51;10 6(;5 2S() 0 0
3 GC 430 ggg;l 2120 51;10 6(;5 2S() 0 0
3 GD 430 ggg;l 21(310 51;10 625 2S() 0 0
s GE 430 gggzl 21(4310 51;10 6(?35 2S() 0 0
s Al 430 ggg? 2510 51;10 6(3)5 2SO 0 0
s GF 430 gggzl 21040 51;I0 6(3)5 ZSO ¥ 0
s GG 430 rl?:gg 21C40 51;I0 6(??5 ZSO ¥ 0
s GI 430 gggzl 21(210 51;10 6(??5 ZSO ¥ 0
s GJ 430 ggg;l 21(210 5§0 6(??5 280 0 0
s GK 430 ggt@%l 21040 51;10 6(??5 280 0 0
s GL 430 gggzl 21040 51;10 6(??5 QSO 0 0
s GM 430 gggzl 21C40 51;10 6(??5 QSO 0 0
s GN 430 ggg?)l 21C40 51;10 6(??5 QSO 0 0
3 GO 430 gggzl 21(210 51;10 6(??5 QSO 0 0
3 GP 430 gggzl 21040 51;10 6(;5 QSO 0 0
3 GQ 430 rgggl 21(310 51;10 6(3?5 280 0 0
3 GR 430 §§t6a51 21(310 5§0 6(??5 QSO 0 0
3 GS 430 gggzl 21(310 5§0 6(??5 QSO 0 0
3 GT 430 gggzl 21(310 51;10 625 280 0 0
3 A2 430 ggga; 21(310 51;10 6(3)5 280 0 0
3 Gl 430 ggga; 21(310 51;10 6;)5 280 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
3 Gn 430 ggga; 21(310 51;10 6(;5 2So 0 0
3 Go 430 53?51 21(310 51;10 6(‘;5 2So 0 0
3 Gp 430 ggga; 21(310 51;10 625 2So 0 0
s Gq 430 ggg 21(310 51;10 6(?35 2So 0 0
3 Gr 430 ggg 21(310 51;10 6(3)5 280 0 0
s Gis 430 rl:;gg 21040 5?0 6(3)5 280 0 0
3| Gt 430 rl:;gg 21(310 5?0 6(3)5 280 0 0
s Giu 430 53?51 21(210 51;10 6(??5 2So 0 0
s G 430 ggg;l 2510 5§0 6(??5 2So 0 0
s Gw 430 ggga; 21040 5§0 6(??5 2So 0 0
s Gx 430 ggé? 21040 5§0 6(??5 2So 0 0
3 Gy 430 532? 21040 550 6(??5 280 0 0
3 Gz 430 ggg? 21040 51;10 6(??5 2So 0 0
3 Q 430 ggga; 2120 51;10 625 280 0 0
3 R 430 ggga&sl 21(510 51;0 6(;5 280 0 0
3 5 430 g?%? 21(310 51;0 6(3?5 280 0 0
3 T 430 232? 21(310 5§0 6(??5 280 0 0
3 v 430 23221 21(310 51;0 6(??5 280 0 0
3 W 430 ggga; 21(310 51;10 625 280 0 0
3 Y 430 ggga; 21(310 51;10 6(3)5 280 0 0
3 z 430 ggga; 21(310 51;0 625 280 0 0
Continued on next page...
gPrDE
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
3 A 430 ggga; 21(310 51;10 6(;5 2So 0 0
3 b 430 gggzl 21(310 51;10 6(‘;5 2So 0 0
3 ¢ 430 ggga; 21(310 51;10 625 2So 0 0
s d 430 ggg 21(310 51;10 6(3)5 2So 0 0
3 ¢ 430 ggg 21(310 51;10 6(3)5 280 0 0
s f 430 rggg 21040 5150 6(3)5 280 0 0
s & 430 rl:;gg 21(310 5?0 6(3)5 280 0 0
s h 430 53?51 21(310 51;10 6(??5 2So 0 0
s : 430 ggg;l 21(310 51;10 6(??5 2So 0 0
s ] 430 ggga; 21040 51;10 6(??5 280 0 0
s k 430 ggé? 21040 51;10 6(??5 280 0 0
3 ! 430 ggé? 21040 51;10 6(??5 280 0 0
3 © 430 ggg? 21040 51;10 6(??5 2So 0 0
3 P 430 gggzl 2120 51;10 625 280 0 0
3 Ad 430 gggasl 21040 51;0 6(;5 280 0 0
3 d 430 ggt(gl 21(310 5§0 6(3?5 280 0 0
3 i 430 ggé? 21(310 5§0 6(??5 280 0 0
3 ¢ 430 1;;32?1 21(310 51;10 6(??5 280 0 0
3 b 430 é‘gga; 21(310 51;10 625 280 0 0
3 v 430 1?:;?51 21(310 51;10 6(3)5 280 0 0
3 v 430 ggga; 21(510 51;10 6(3)5 280 0 0
Continued on next page...
gPrDE
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
3 x 430 ggga; 21(310 51;10 6(;5 2So 0 0
3 Y 430 53?51 21(310 51;10 6(‘;5 2So 0 0
3 z 430 ggga; 21(310 51;10 625 2So 0 0
s A5 430 ggg 21(310 51;10 6(3)5 280 0 0
3 AG 430 rl?:gg 21(310 51;10 6(3)5 280 0 0
s AT 430 rl:;gg 21040 5§0 6(3)5 280 0 0
s A8 430 g?)?%l 21(310 5§0 6(3)5 280 0 0
s A9 430 ?5?51 21(210 51;10 6(??5 280 0 0
s Al 430 ggg;l 21(210 51;10 6(??5 280 0 0
s AJ 430 nggz;l 21040 51;10 6(??5 280 0 0
s AK 430 ggé?,l 21040 51;10 6(??5 280 0 0
3 L 430 ggé? 21040 51;10 6(??5 280 0 0
3 Al 430 ggg? 21040 51;10 6(??5 280 0 0
3 Ak 430 ggé? 21(210 51;10 625 280 0 0
3 Al 430 ggé? 21(510 51;0 6(??5 280 0 0
3 2 430 %EZZI 21(310 51;0 6(3?5 280 0 0
3 Aw 430 ggé? 21(310 5§0 6(??5 280 0 0
3 Ax 430 1;;32?1 21(310 51;10 6(??5 280 0 0
3 Ay 430 é‘gga; 21(310 51;10 625 280 0 0
3 B0 430 532?1 21(310 51;10 6(3)5 280 0 0
3 Bl 430 ggga; 21(310 51;10 6(3)5 280 0 0
Continued on next page...
gPrDE
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
3 B2 430 gggzl 2120 51;10 6(;5 2S() 0 0
3 B3 430 gggzl 21%10 51;10 6(;5 2S() 0 0
3 B4 430 TB?ES? 21(310 51;10 625 2S() 0 0
s B5 430 gggaSI 21(310 51;10 6(?35 28() 0 0
3 B6 430 ggg 2510 51;10 6(3)5 2SO 0 0
s B7 430 ggg 21C40 51;0 6(3)5 ZSO 0 0
s B8 430 ’ggg;l 21C40 51;0 6(??5 ZSO 0 0
s B9 430 ?3)221 21(310 51;10 6(??5 ZSO 0 0
s Bl 430 ggg;l 21(310 51;10 6(??5 280 0 0
s BJ 430 ggg;l 21040 51;10 6(??5 280 0 0
s BR 430 rgggl 21040 51;10 6(??5 280 0 0
3 BL 430 rgggzl 21040 51;10 6(??5 QSO 0 0
3 BM 430 gggzl 21040 51;10 6(??5 QSO 0 0
3 BN 430 gggzl 2120 51;10 6(??5 QSO 0 0
3 BO 430 ggggl 21040 51;10 6(??5 QSO 0 0
3 3 430 gggzl 21(310 51;10 6(3?5 280 0 0
3 BP 430 §§t6a51 21(310 5§0 6(??5 QSO 0 0
3 BQ 430 gggzl 21(310 5§0 6(??5 QSO 0 0
3 BR 430 gggzl 21(310 51;10 625 280 0 0
3 B3 430 ggga; 21(310 51;10 6(3)5 280 0 0
3 BT 430 ggga; 21(310 51;10 625 280 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
3 BU 430 ggga; 21(310 51;10 6(;5 2So 0 0
3 Bv 430 ggg 21(310 51;10 6(‘;5 2So 0 0
3 BX 430 ggg;l 21(310 51;10 625 2So 0 0
s BY 430 ggg 21(310 51;10 6(3)5 2So 0 0
3 Be 430 ggg 21(310 51;10 6(3)5 280 0 0
s Bd 430 rggg 21040 5§0 6(3)5 280 0 0
s Bu 430 rl:;gg 21(310 5?0 6(3)5 280 0 0
s 4 430 ggg 21(310 5§0 6(??5 2So 0 0
s Bv 430 ggg;l 2510 5§0 6(??5 2So 0 0
s Bw 430 ggga; 21040 5§0 6(??5 2So 0 0
s Bx 430 ggé? 21040 5§0 6(??5 2So 0 0
3 By 430 532? 21040 550 6(??5 280 0 0
3 Bz 430 ggg? 21040 51;10 6(??5 2So 0 0
3 CA 430 é‘ggl 2120 51;10 625 280 0 0
3 ¢B 430 23?51 21040 51;10 685 280 0 0
3 g 430 ggt(sasl 21(310 51;0 6(3?5 280 0 0
3 2 430 ggtfgl 21(310 5§0 6(??5 280 0 0
3 k2 430 §§Z?1 21(310 51;10 6(??5 280 0 0
3 k3 430 gggaél 21(310 51;10 625 280 0 0
3 0 430 1?:22&51 21(310 51;10 6(3)5 280 0 0
3 k4 430 ggga; 21(310 51;10 625 280 0 0
Continued on next page...
gPrDE



Page 19

wwPDB EM Validation Summary Report

EMD-46580, 9D5N

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
3 E5 430 ggga; 21(310 51;10 6(;5 2So 0 0
3 E6 430 53?51 21(310 51;10 6(‘;5 2So 0 0
3 k7 430 ggg 21(310 51;10 625 2So 0 0
s k8 430 ggg 21(310 51;10 6(3)5 280 0 0
3 Fe 430 ggg 21(310 51;10 6(3)5 280 0 0
s Eg 430 rl:;gg 21040 5?0 6(3)5 280 0 0
s Eh 430 rl?:gg 21040 5?0 6(3)5 280 0 0
s ki 430 53?51 21(310 51;10 6(??5 2So 0 0
s B 430 ggggl 21(310 51;10 6(??5 2So 0 0
s Ek 430 ggg;l 21040 51;10 6(??5 280 0 0
s El 430 ggg 21040 51;10 6(??5 280 0 0
3 fm 430 532? 21040 550 6(??5 280 0 0
3 En 430 ggg? 21040 51;10 6(??5 2So 0 0
3 Fo 430 gggzl 2120 51;10 625 280 0 0
3 Ep 430 gggzl 21040 51;10 6(;5 280 0 0
3 Eq 430 ggt(gl 21(310 5§0 6(3?5 280 0 0
3 Er 430 ggé? 21(310 5§0 6(??5 280 0 0
3 B 430 1;;32?1 21(310 51;10 6(??5 280 0 0
3 | E 430 é‘gga; 21(310 51;10 625 280 0 0
3 Eu 430 1?:;?51 21(310 51;10 6(3)5 280 0 0
3 Ew 430 ggga; 21(510 51;10 6(3)5 280 0 0
Continued on next page...
gPrDE
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
3 Ex 430 ggga; 21(310 51;10 6(;5 2So 0 0
3 By 430 53?51 21(310 51;10 6(‘;5 2So 0 0
3 ke 430 ggga; 21(310 51;10 625 2So 0 0
s ko 430 ggg? 2510 51;10 6(3)5 QSO 0 0
3 k3 430 ggga; 2510 51;10 6(3)5 2SO 0 0
s ks 430 rl:;gg 21040 51;0 6(3)5 2SO 0 0
s k6 430 rl:;gg 21C40 51;0 6(?35 280 0 0
s b 430 ggtﬁzl 21(310 51;10 6(??5 2SO 0 0
s I8 430 ggg;l 21(310 51;10 6(??5 2SO 0 0
s 9 430 ggg;l 21040 51;10 6(??5 280 0 0
s FM 430 ggg 21040 51;10 6(??5 280 0 0
3 Fo 430 gggzl 21C40 51;10 6(??5 QSO 0 0
3 P 430 ggggl 21C40 51;10 6(??5 QSO 0 0
3 FQ 430 gggzl 21(210 51;10 6(??5 280 0 0
3 FR 430 ggg;l 21040 51;10 6(??5 QSO 0 0
3 kS 430 ggg&gl 21(210 51;10 6(3?5 280 0 0
3 FT 430 §§t6a51 21(210 51;10 6(??5 QSO 0 0
3 kU 430 gggzl 21(310 51;0 6(??5 2SO 0 0
3 bV 430 gggzl 21(310 51;10 625 280 0 0
3 Fw 430 gggzl 21(310 51;10 6(3)5 280 0 0
3 X 430 gthaE)l 21(310 51;10 625 280 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
3 by 430 ggga; 21(310 51;10 6(3)5 2So 0 0
3 Fz 430 53?51 21(310 51;10 6(3)5 2So 0 0
3 Fa 430 ggga; 21(310 51;10 625 2So 0 0
s Fb 430 ggg 21(310 51;10 6(3)5 2So 0 0
s ke 430 ggg 21(310 51;10 6(3)5 280 0 0
s kd 430 ggg 21040 51;10 6(3)5 280 ¥ 0
s ke 430 rl:;gg 21(310 5?0 6(3)5 280 ¥ 0
s b 430 53?51 21(310 51;10 6(??5 280 ¥ 0
s Fe 430 ggg;l 2510 5§0 6(??5 2So 0 0
s Fh 430 ggt@%l 21040 51;10 6(??5 280 0 0

e Molecule 4 is a protein called 1Q calmodulin-binding motif family protein.

Mol | Chain | Residues Atoms AltConf | Trace
4 G 291 ggg;l 14061 41§0 4(5)1 g 0 0
4 Ob M| % e w0 451 5 0 0
1] Ca 20| 0 e a0 451 5 0 0
1O 2| 0 e w0 451 5 0 0

e Molecule 5 is a protein called Flagellar protofilament ribbon protein, putative.

Mol | Chain | Residues Atoms AltConf | Trace
g GO 319 rg‘ézﬁl 16029 511]4 5(?38 1SO 0 0
g G 1ol ?2);321 720 21;2 2(5)6 i 0 0
5| ©8 287 a5 14 a9 4 s ; ;

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

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
5 G9 181 1544 947 292 300 5 0 0

e Molecule 6 is a protein called TvFAP40.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
6 H 377 3065 1888 582 581 14 0 0

Total C N O S
6 CE 377 3065 1888 582 581 14 0 0

Total C N O S
6 Cm 377 3065 1888 582 581 14 0 0

Total C N O S
6 Cn 377 3065 1888 582 581 14 0 0

e Molecule 7 is a protein called Parkin co-regulated protein.

Mol | Chain | Residues Atoms AltConf | Trace
7 HA 208 rf(;gil 1 0(393 31(\)12 383 2 0 0
7 HB 208 111(;811 1 (%3 31(\)12 383 2 0 0
7 HC 208 111(;811 1 0(593 31(\)12 383 2 0 0
7 HD 208 ?(;E)Zl 1 (%3 31(\)12 383 2 0 0

e Molecule 8 is a protein called Cilia- and flagella-associated protein 45.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
8 1 021 o500 1522 488 497 13 0 0

Total C N O S
8 CJ 136 1128 696 209 216 7 0 0

Total C N O S
8 CK 358 2081 1807 575 584 15 0 0

Total C N O S
8 CL 154 1289 783 248 255 3 0 0

e Molecule 9 is a protein called Cilia- and flagella-associated protein 20.
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Mol | Chain | Residues Atoms AltConf | Trace

9 M 184 ?gfgl 10(3)1 21;5]5 2(7)3 2 0 0

9 Cl1 184 ?gza%l 10%1 21;5]5 2(7)3 2 0 0

) = 184 ?ng;l 1(%1 21;5]5 2(7)3 2 0 0

0 Cu 184 ?gﬁf;l 1(%1 21;5]5 2(7)3 2 0 0

0 v 184 ?gﬁf;l 1(%1 22]5 2(7)3 2 0 0

9 Cw 184 ?gﬁf;l 1(%1 21(\315 2(7)3 2 0 0

0 Cx 184 ?g;l 1(%1 212515 2(7)3 2 0 0

0 oy 184 ?gia?l 1(%1 2125 2(7)3 2 0 0

e Molecule 10 is a protein called Cilia- and flagella-associated protein 53.

Mol | Chain | Residues Atoms AltConf | Trace
IR HEEE
10 cv 226 f;;l 1 1036 3120 3?9 2 0 0
10 X 221 ?;7?1 1 1028 31;13 325 2 0 0

e Molecule 11 is a protein called Trichohyalin-plectin-homology domain-containing protein.

Mol | Chain | Residues Atoms AltConf | Trace
1 B 243 1;8 2321 1 2040 315\;7 389 2 0 0
1 ¢ 181 ?g?ﬁl 9(238 212\318 3(1)0 ? 0 0
e Molecule 12 is a protein called Parkin co-regulated protein.
Mol | Chain | Residues Atoms AltConf | Trace
12 2 192 rfgg&;)l 1(%2 2122 280 g 0 0
12 3 192 rfgg;l 1(%2 2122 280 g 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
12 G 192 ?gg;l 1(%2 21(\;2 2(9)0 § 0 0
e Molecule 13 is a protein called Enkurin.

Mol | Chain | Residues Atoms AltConf | Trace
13 cC 239 1;8t7a11 12049 3121 3(7)5 2 0 0
13 CY 239 ?g;all 12049 3121 3(7)5 2 0 0
13 Cz 239 ?gt;il 12C49 3111 3(7)5 2 0 0
13 K 239 ?gt;il 12C49 3121 3(7)5 2 0 0
e Molecule 14 is a protein called FAP77.

Mol | Chain | Residues Atoms AltConf | Trace
14 CF 213 f(())’gall 10(318 31119 3(1)7 g 0 0
4| Ce 213 ?ggail 1(518 31119 3(1)7 S 0 0
14 cf 213 112’;&11 10(318 31119 3(1)7 g 0 0
4 Ce 213 ?Zgil 1(518 31119 3(1)7 S 0 0
e Molecule 15 is a protein called EF hand family protein.

Mol | Chain | Residues Atoms AltConf | Trace
15| CG 199 | o 01 261 302 7 0 0
15 Ch 193 ?()58%71 1(%4 2124 3(82 g 0 0
15 Ci 193 ?283%1 10(?’)4 216\514 382 s 0 0
15 C] 193 1;288%1 10(?%4 2124 382 g 0 0
15 Ck 193 ?(()ig;l 10(5’)4 2124 382 g 0 0
15 Cl 193 ?285;1 1(%4 21(\5]4 382 S 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
15 2 193 1607 1034 264 302 7 0 0

e Molecule 16 is a protein called Cilia- and flagella-associated protein 52.

Mol | Chain | Residues Atoms AltConf | Trace
16 CH 605 Z(()itla; 2&%9 811]2 8;)4 287 0 0
16 Cd 605 Z(()itla; 2;39 811]2 8;)4 287 0 0
16| Ce 605 thgl 2&%9 81112 8(834 287 0 0
16 b 605 thf;l 2;39 811]2 8(834 287 0 0

e Molecule 17 is a protein called Nucleoside diphosphate kinase.

Mol | Chain | Residues Atoms AltConf | Trace
17 CM 375 28%1 1&%9 415\;5 5(7)1 ISO 0 0
17 co 375 12182351 1&%9 415\;5 5(7)1 180 0 0
17 cP 375 1;8%1 1%5)9 415\;5 5(7)1 1SO 0 0
e Molecule 18 is a protein called FAP161.

Mol | Chain | Residues Atoms AltConf | Trace
18 CN 232 1112 Zt;él 1 1(318 311]5 3(5?8 1S5 0 0
18 cQ 232 rfg ?’)z‘l 1 1(318 311]5 3C5)8 1S5 0 0

e Molecule 19 is a protein called RIla domain-containing protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
19 1 CR 18 07 257 T2 76 2 0 0

e Molecule 20 is a protein called FAP12.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
20 | C8 7 780 477 153 148 2 0 0

e Molecule 21 is a protein called Meiosis-specific nuclear structural protein 1.

Mol | Chain | Residues Atoms AltConf | Trace
21 T 400 gzgzl 20(?38 61;15 6(7)2 187 0 0
21 CU 163 rfggl 8?0 2123 2(6?3 E 0 0
e Molecule 22 is a protein called MGC84469 protein, putative.

Mol | Chain | Residues Atoms AltConf | Trace
22 oW ou0 Zgg;l 26%2 71113 7(7)2 182 0 0
2 | Co 500 Zgg;l 26002 7?3 7(7)2 182 0 0
2.1 Op 500 Zgg;l 26C02 71113 7(7)2 182 0 0
221 Cq 500 Zgg;l 26%2 711]3 7(7)2 182 0 0
2 O 500 ngfél 26%2 711]3 7(7)2 182 0 0
2| G 500 3:8531 26%2 711]3 7C7)2 182 0 0
2 G 500 28551 26%2 oy 7(7)2 182 0 0

e Molecule 23 is GUANOSINE-5-DIPHOSPHATE (CCD ID: GDP) (formula: C;oH5N501,P5).
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GDP
o
o e
HNT T
S L D
HZN_."' "Q:'N_.o-"-n \ .
ey (OH
«of .
F o
o
oo
‘Ho o
Qg
- ~0
i
o
Mol | Chain | Residues Atoms AltConf
Total C N O P
23 0 1 28 10 5 11 2 0
Total C N O P
23 Fl 1 28 10 5 11 2 0
Total C N O P
23 Fm 1 28 10 5 11 2 0
Total C N O P
23 Fn 1 28 10 5 11 2 0
Total C N O P
23 Fo 1 28 10 5 11 2 0
Total C N O P
23 Fp 1 28 10 5 11 2 0
Total C N O P
23 Fq 1 28 10 5 11 2 0
Total C N O P
23 Fr 1 28 10 5 11 2 0
Total C N O P
23 Fs 1 28 10 5 11 2 0
Total C N O P
23 A0 1 28 10 5 11 2 0
Total C N O P
23 ke 1 28 10 5 11 2 0
Total C N O P
23 Fu I 28 10 5 11 2 0
Total C N O P
23 kv I 28 10 5 11 2 0
Total C N O P
23 Fw 1 28 10 5 11 2 0

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

Mol | Chain | Residues Atoms AltConf
RN
IR
RN
a1 oo T
LS P
o 1w oot
o | Mo r
N
AN
AN
o e | 1 o0
oo | 1 o0t
AN
a o | oY or
a o | o W CNOT
AN IR
o | Loyt
s e | oot
RN
RN IR
e 0w oot

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

Mol | Chain | Residues Atoms AltConf
2o | 1 | WO 0T] o
RN IR
IR
AN IR
s x | 1 [ maoyor
N
RN IR
RN IR
RN IR
NI
a1 oo
RN
IR IR
a0 oY or
a1 Yo
RN
I
IR
I
I
IR

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
w0 LSO
IR
23 | AR 1 Tg;al 1% g ﬁg 0
23 | AS 1 Tg;al 1% g 1015 0
w1 [ oY oT
s w1 N oT
s w0 o
TN
IIEEE S
IEAEEE S
IEAEELE ST
IREEL N
s w1 Yo
RN S
IR S
IR
AN
IR
I
NN
w0 WO o ]

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
s w1 OO
IR
IR
IR
IR
RN IR
RN IR
RN IR
IEEEEE IR
RN IR
N IR
a w1 oo
RN
aw | 1 W oNoT
a w1 WY o
AN
IR IR
RN
o v | L | oot
n w1 W oo
w1 oot

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

Mol | Chain | Residues Atoms AltConf
R
IR
AR
IR
s m | 1 [ BEoYor
AN IR
RN IR
s | oy oT
AN IR
IR IR
IR IR
o | o0
o w | oo
a | 1 W oNOT
a w1 LYo
RN IR
RN IR
IR
a1 W oo
I
IR

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

Mol | Chain | Residues Atoms AltConf
o 1 LSO
IR
23 | DR 1 Tg;al 1% g ﬁg 0
23 | DS 1 ol b2 B0 0
s lor | 1 WOy oT
s o | YT
IS
a v | 1 Yo
IEEE
ICAEEE SR
IARELE ST
IR
IIEE IR
IEEE K
IR
RN IR
AN
a o W oo
NN
NN
IR IR

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

Mol | Chain | Residues Atoms AltConf
IR
IR
IR
IR
IR
RN IR
RN IR
s o | oot
RN IR
RN
RN
RN IR
RN IR
a w1 oY oT
a | o W CNOT
n w o W oo
IR
s | oot
RN IR
AN
a | o w ot or]

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

Mol | Chain | Residues Atoms AltConf
23 | EV 1 ol b2 B0 0
23 | EW 1 Tg;al 1% 1; ﬁg 0
IR
AR
o | 1 [T
IEEEEL
a1 oY
IEEEEL S
IEEEEL S
ICAEELE SR
IR
IEAEEE IR
IEEEEE S
a | o ool
IREEEL
I
NN
RN
RN R
IR
AR

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
w1 WO O]
23 | FG 1 Tg;al 1% 1; ﬁg 0
IR
IR
AL
IAEEL
IEAEEL S
AN
RN

e Molecule 24 is GUANOSINE-5-TRIPHOSPHATE (CCD ID: GTP) (formula: CyoH16N5014P3).

GTP
o
i
HY’ | A
WA N_r{ oH
o |
[ o
L
HO, P 5
™
. om g o
HO .F' OH.
2
Mol | Chain | Residues Atoms AltConf
: Total C N O P
24 ki 1 32 10 5 14 3 0
) Total C N O P
24 K] I 32 10 5 14 3 0

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

Mol | Chain | Residues Atoms AltConf
214 | Tk 1 Tg;al 1% g ﬁ 5 0
24 | a1 1 Tg;al 1% 1; 12 g 0
2 | G2 | T‘;g‘“ 1% E 1(31 5 0
2 | @3 | Tg;al 1% E 1(31 5 0
2 | a4 | Tg;al 1% E 81 5 0
24 | G5 1 Tg;al 1% 1; 81 5 0
24 | G6 1 Tg;al 1% 1; 31 g 0
a1 oo
w @[ 1 oo
21 | GC | Tgt;‘l 1% 1;1 104 g 0
@ [ 1 oo
w @[ 1 oo
I
@ [ o oo
2 | GG | Tg;al 100 1; 81 1; 0
wa | 1 [y ot
24 | @J 1 T‘;gal 1% 1; 81 1; 0
w | 1 [ oot
IR
IS
IR

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

Mol | Chain | Residues Atoms AltConf
24 | GO 1 Tg;al 1% 1; 1(1 5 0
21 | ap 1 Tg;al 1% 1; 1(31 5 0
I
24 | GR | Tg;al 1% E 1(31 5 0
24 | @GS | Tg;al 1% E 81 5 0
w e [ 1 | BEovoT
w[m | 1 | BEoYoT
w1 | mEovoT,
IR
w @ 1 [ BEeyer
IR T
IR T
IR IR
24 | Gs 1 Tg;al 1% 1; 81 E 0
24 | Gt 1 ngal 1% 1; 1?1 1; 0
24 | Cu 1 Tg;al 1% 15\} 81 1; 0
24 | Qv 1 T‘;gal 1% 1; 81 1; 0
24 | Qw 1 Tgt;‘l 1% 1; 1(1 1; 0
IR
IR
IR

Continued on next page...



Page 39

wwPDB EM Validation Summary Report

EMD-46580, 9D5N

Continued from previous page...

Mol | Chain | Residues Atoms AltConf
wlo| 1 W LYOT
w5 | 1 ey or
wr | 1 ey or
IR ENE S
a [ w | 1 oo
w v | 1 oY or
w2 | 1 oY or
w1 moNor
w v | 1 oY or
w1 moNor
w4 | 1 moNor
w1 moNor
w1 1 moNor
w o | 1 o or
RN
w0 Yot
w0 Yot
w1 Yot
w0 Yot
wl o | 0 [mevor
IR I
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf
24 | A4 1 Tg;al 1% 1; 1(1 5 0
IR
IR
I
RN
IR
IR
IR
IR
I
24 | A5 1 Tgtzal 1% 1;1 104 5 0
24 | A6 1 Tgtzal 1% 1;1 81 5 0
24 | A7 1 ngal 1% 1; 81 5 0
24 | A8 1 Tg;al 1% 1; 81 E 0
24 | A9 1 ngal 1CO 1; 1?1 1; 0
IS
24 | AJ 1 T‘;gal 1% 1; 81 1; 0
IR
IR
24 | AS 1 Tgt;“l 100 1; 81 1; 0
I

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

Mol | Chain | Residues Atoms AltConf
21 | Ak 1 Tg;al 1% g ﬁ 5 0
21 | Al | Tg;al 1% 1; 1(31 g 0
IR
2 | Aw | Tg;al 1% g 81 5 0
24 | Ax | Tgt;l 1% g 81 5 0
I
24 | BoO 1 Tg;al 1% 1; 31 g 0
[ | o mEeNoT,
w1 [ mEeYoT,
24 | B3 1 Tgt;‘l 1% 1;1 104 g 0
wm | o [ mEeNoT,
24 | B5 1 Tgtzal 1% 1;1 81 5 0
24 | B6 1 ngal 1% 1; 81 5 0
24 | BY 1 Tg;al 1% 1; 81 E 0
24 | BS 1 ngal 1% 1; 1?1 1; 0
24 | B9 1 Tg;al 1% 15\} 81 1; 0
w w4 [yt
24 | BJ 1 Tgt;‘l 1% 1; 1(1 1; 0
IR
IR
IR

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

Mol | Chain | Residues Atoms AltConf
24 | BN 1 Tg;al 1% g ﬁ 5 0
24 | BO 1 Tg;al 1% 1; 1(31 5 0
IR
24 | BP 1 Tg;al 1% E 1(31 5 0
IR
24 | BR 1 Tg;al 1% 1; 81 5 0
24 | BS 1 Tg;al 1% 1; 31 g 0
w w1 [ mEeYoT,
24 | BU 1 Tg;al 1% 1; 81 g 0
24 | BV 1 Tgt;‘l 1% 1;1 104 g 0
w | o [ mEeNoT,
[ [ [ mEeYoT,
24 | Be 1 ngal 1% 1; 81 5 0
24 | Bd 1 Tg;al 1% 1; 81 E 0
24 | Bu 1 ngal 1% 1; 1?1 1; 0
IR
24 | By 1 T‘;gal 1% 1; 81 1; 0
24 | Bw 1 Tgt;‘l 1% 1; 1(1 1; 0
IR
IR
IR

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

Mol | Chain | Residues Atoms AltConf
24 | CA 1 Tg;al 1% 1; 1(1 5 0
21 | CB 1 Tg;al 1% 1; 1(31 5 0
IR
24 | E1 1 Tg;al 1% E 1(31 5 0
2 | E2 | Tg;al 1% g 81 5 0
24 | E3 1 Tg;al 1% 1; 81 5 0
w o [ | mEever
a[m | 1 [ BEoYoT
24 | E5 1 Tg;al 1% 1; 81 g 0
24 | 6 1 Tgt;‘l 1% 1;1 104 g 0
24 | E7 1 Tgtzal 1% 1;1 104 5 0
24 | ES 1 Tgtzal 1% 1;1 81 5 0
24 | Ee 1 ngal 1% 1; 81 5 0
[ [ L ST otT
wm | o [ ool
w[m [ 1 [V ot
w1 [V ot
IR
wm [ 1 [T
w e | 1 [V O]
IR

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

Mol | Chain | Residues Atoms AltConf
24 | Fo 1 Tg;al 1% 1; 1(1 5 0
w[m | L [ oo
a[m | L [ oo
2 | Er | Tg;al 1% E 1(31 5 0
24 | Es | Tg;al 1% E 81 5 0
a[w [ 1 [BEoTor
IR
IR
w1 [BEeverT
[ » [ 1 [ erer
a[m [ 1 oY or
24 | Fo 1 Tgtzal 1% 1;1 81 5 0
24 | F3 1 ngal 1% 1; 81 5 0
24 | F5 1 Tg;al 1% 1; 81 E 0
24 | 6 1 ngal 1% 1; 1?1 1; 0
24 | F7 1 Tg;al 1% 15\} 81 1; 0
24 | T8 1 T‘;gal 1% 1; 81 1; 0
24 | F9 1 Tgt;‘l 1% 1; 1(1 1; 0
ww | o [meyoTy
24 | FO 1 Tgt;‘“l 100 1; 1(1 1; 0
IR

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

Mol | Chain | Residues Atoms AltConf
w1 WS OT]
24 | FR 1 Tg;al 1% 1; 12 g 0
24 | FS 1 Tg;al 1% g 12 g 0
24 | FT 1 Tg;al 1% E 1(31 5 0
24 | FU 1 Tg;al 1% g 81 5 0
24 | FV 1 Tg;al 1% 1; 81 5 0
24 | FW 1 Tg;al 1% 1; 31 g 0
w[m [ 1 [ BEoYoTI
w w1 [ BEever
w w1 [ BEoYoT
24 | Fa 1 Tgtzal 1% 1;1 104 5 0
24 | Fb 1 Tgtzal 1% 1;1 81 5 0
24 | Fe 1 ngal 1% 1; 81 5 0
24 | Fd 1 Tg;al 1% 1; 81 E 0
24 | Fe 1 ngal 1% 1; 1?1 1; 0
I
w1 [Vt
w w1 [T ot

e Molecule 25 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms AltConf
25 Fi 1 Toltal N{g 0

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK



Page 46

wwPDB EM Validation Summary Report

EMD-46580, 9D5N

Continued from previous page...

Mol | Chain | Residues Atoms AltConf

95 Fi 1 Total Mg 0
11

25 | Tk | Total -~ Mg 0
11

2% | Q1 | Total -~ Mg 0
11

25 | G2 1 Total -~ Mg 0
11

25 | a3 1 Total -~ Mg 0
11

25 | G4 1 Total - Me 0
11

25 | G5 1 Total - Mg 0
11

25 | G6 1 Total - Mg 0
11

25 | GA 1 Total - Mg 0
11

25 | GB 1 Total - Mg 0
11

25 | ac 1 Total - Mg 0
11

25 | @D 1 Total - Mg 0
11

25 | GE 1 Total - Mg 0
11

25 | Al 1 Total - Mg 0
11

25 | GF 1 Total Mg 0
11

25 | aa 1 Total Mg 0
11

25 | a1 1 Total - Mg 0
11

25 | aJ 1 Total Mg 0
11

25 | CK 1 Total - Mg 0
11

2% | aL 1 Total - Mg 0
11

25 | GM | Toltal hgg 0

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

Mol | Chain | Residues Atoms AltConf

25 | GN | Total - Mg 0
11

25 | GO 1 Toltal N{g 0

25 | ap | Total -~ Mg 0
11

25 | GQ 1 Toltal N{g 0

25 | GR | Total -~ Mg 0
11

25 | GS 1 Total - Me 0
11

25 | GT 1 Total - Mg 0
11

25 | A2 1 Total - Mg 0
11

25 | al | Total - Mg 0
11

25 | Gn 1 Total - Mg 0
11

25 | Qo 1 Total - Mg 0
11

95 Gp 1 Total Mg 0
11

95 Gq 1 Total Mg 0
11

25 | Gr 1 Total - Mg 0
11

25 | Gs 1 Total Mg 0
11

25 | Gt 1 Total Mg 0
11

25 | Cu 1 Total - Mg 0
11

25 | av 1 Total Mg 0
11

2% | Qw 1 Total - Mg 0
11

25 | Gx | Total - Mg 0
11

9% | Gy 1 Toltal l\gg 0

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

Mol | Chain | Residues Atoms AltConf
25 | Q2 1 Total Mg 0
1 1
95 Q 1 Total Mg 0
1 1
95 R 1 Total Mg 0
1 1
95 g 1 Total Mg 0
1 1
95 T 1 Total Mg 0
1 1
95 v 1 Total Mg 0
1 1
95 W 1 Total Mg 0
1 1
95 v 1 Total Mg 0
1 1
95 7 1 Total Mg 0
1 1
95 N 1 Total Mg 0
1 1
95 b 1 Total Mg 0
1 1
95 . 1 Total Mg 0
1 1
95 d 1 Total Mg 0
1 1
95 o 1 Total Mg 0
1 1
95 ¢ 1 Total Mg 0
1 1
Total Mg
25 g 1 1 1 0
95 I 1 Total Mg 0
1 1
. Total Mg
25 i 1 1 1 0
: Total Mg
25 j 1 1 1 0
o5 K 1 Total Mg 0
1 1
Total Mg
25 1 1 1 1 0

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

Mol | Chain | Residues Atoms AltConf

95 o 1 Total Mg 0
1 1
Total Mg

25 p 1 1 1 0

25 | A4 1 Total -~ Mg 0
1 1
Total Mg

25 q 1 1 1 0
Total Mg

25 S 1 1 1 0

95 ¢ 1 Total Mg 0
1 1

95 v 1 Total Mg 0
1 1

95 w 1 Total Mg 0
1 1
Total Mg

25 y 1 1 1 0
Total Mg

25 v/ 1 1 1 0

25 | A5 1 Total - Mg 0
1 1

25 | A6 1 Total - Mg 0
1 1

25 | A7 1 Total - Mg 0
1 1

25 | A8 1 Total - Mg 0
1 1

25 | A9 1 Total Mg 0
1 1

25 | AJ 1 Total Mg 0
1 1

25 | AK 1 Total - Mg 0
1 1

o5 1 1 Total Mg 0
1 1

2% | AQ 1 Toltal l\gg 0

25 | AV 1 Total - Mg 0
1 1

25 | Ac 1 foral A 0

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

Mol | Chain | Residues Atoms AltConf

25 | Ah | Total - Mg 0
11

25 | Ak | Total -~ Mg 0
11

25 Al 1 Total - Mg 0
11

25 | Au 1 Total -~ Mg 0
11

95 9 1 Total Mg 0
11

25 | Aw 1 Total - Me 0
11

25 | Ax 1 Total - Mg 0
11

95 Ay 1 Total Mg 0
11

25 | Bl 1 Total - Mg 0
11

25 | B2 1 Total - Mg 0
11

25 | B3 1 Total - Mg 0
11

25 | B4 1 Total - Mg 0
11

25 | B 1 Total - Mg 0
11

25 | B6 1 Total - Mg 0
11

25 | BS 1 Total Mg 0
11

25 | B9 1 Total Mg 0
11

25 | BG 1 Total - Mg 0
11

25 | BI 1 Total Mg 0
11

2% | BJ 1 Total - Mg 0
11

25 | BK 1 Total - Mg 0
11

25 | BL 1 Toltal l\gg 0

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

Mol | Chain | Residues Atoms AltConf

25 | BM | Total - Mg 0
11

25 | BN | Total -~ Mg 0
11

25 | BO 1 Total -~ Mg 0
11

95 3 1 Total Mg 0
11

25 | BP 1 Total -~ Mg 0
11

95 BQ 1 Total Mg 0
11

25 | BS 1 Total - Mg 0
11

25 | BU 1 Total - Mg 0
11

25 | BV 1 Total - Mg 0
11

25 | BX 1 Total - Mg 0
11

25 | BY 1 Total - Mg 0
11

25 | Be 1 Total - Mg 0
11

25 | Bd 1 Total - Mg 0
11

25 Bl 1 Total - Mg 0
11

95 Bq 1 Total Mg 0
11

25 | Bu 1 Total Mg 0
11

95 4 1 Total Mg 0
11

25 | By 1 Total Mg 0
11

2% | Bw 1 Total - Mg 0
11

25 | Bx 1 Total - Mg 0
11

25 | By | Toltal hgg 0

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

Mol | Chain | Residues Atoms AltConf

25 | Bz | Total Mg 0
11

25 | CA 1 Total -~ Mg 0
11

25 | CB | Total -~ Mg 0
11

95 5 1 Total Mg 0
11

25 | E1 1 Total -~ Mg 0
11

25 | E2 1 Total - Me 0
11

25 | E3 1 Total - Mg 0
11

95 6 1 Total Mg 0
11

25 | E4 1 Total - Mg 0
11

25 | E5 1 Total - Mg 0
11

25 | E6 1 Total - Mg 0
11

25 | E7 1 Total - Mg 0
11

25 | ES 1 Total - Mg 0
11

25 | Ee 1 Total - Mg 0
11

95 Fg 1 Total Mg 0
11

25 | Eh 1 Total Mg 0
11

25 Ei 1 Total - Mg 0
11

o5 B 1 Total Mg 0
11

2% | FEk 1 Total - Mg 0
11

25 Fl 1 Total - Mg 0
11

%5 | Em 1 Tolta‘l l\gg 0

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

Mol | Chain | Residues Atoms AltConf

25 | En 1 Total - Mg 0
11

25 | Eo 1 Total -~ Mg 0
11

95 Ep 1 Total Mg 0
11

95 Fq 1 Total Mg 0
11

25 | Er 1 Total -~ Mg 0
11

25 | Es 1 Total - Me 0
11

25 | Et 1 Total - Mg 0
11

25 | Eu 1 Total - Mg 0
11

25 | Ew 1 Total - Mg 0
11

25 | Ex 1 Total - Mg 0
11

95 By 1 Total Mg 0
11

2% | Ez 1 Total - Mg 0
11

25 | Fo 1 Total - Mg 0
11

25 | F3 1 Total - Mg 0
11

25 | F5 1 Total Mg 0
11

25 | F6 1 Total Mg 0
11

2% | F7 1 Total - Mg 0
11

25 | FS 1 Total Mg 0
11

25 | F9 1 Total - Mg 0
11

25 | FM 1 Total - Mg 0
11

25 | FO | Toltal hﬁg 0

Continued on next page...



Page 54

wwPDB EM Validation Summary Report

EMD-46580, 9D5N

Continued from previous page...

Mol | Chain | Residues Atoms AltConf

25 | FP | Total - Mg 0
11

95 FQ 1 Total Mg 0
11

25 | FR 1 Total -~ Mg 0
11

25 | FS | Total -~ Mg 0
11

25 | FT 1 Total -~ Mg 0
11

25 | FU 1 Total - Me 0
11

25 | FV 1 Total - Mg 0
11

25 | FW 1 Toltal N{g 0

25 | FX 1 Total - Mg 0
11

25 | FY 1 Total - Mg 0
11

25 | Fz 1 Total - Mg 0
11

25 | Fa 1 Total - Mg 0
11

25 | Fb 1 Total - Mg 0
11

25 | Fe 1 Total - Mg 0
11

25 | Fd 1 Total Mg 0
11

25 | Fe 1 Total Mg 0
11

25 Ff 1 Total - Mg 0
11

o5 Fg 1 Total Mg 0
11

25 | Fh 1 Toltal l\gg 0

MolProbity failed to run properly - this section is therefore empty.
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3 Experimental information (i)

Property Value Source

EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C1 Depositor
Number of particles used 409692 Depositor
Resolution determination method | OTHER Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor

CORRECTION

Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 45 Depositor
Minimum defocus (nm) 1200 Depositor
Maximum defocus (nm) 2000 Depositor
Magnification 81000 Depositor
Image detector GATAN K3 (6k x 4k) Depositor
Maximum map value 0.899 Depositor
Minimum map value -0.024 Depositor
Average map value 0.018 Depositor
Map value standard deviation 0.031 Depositor
Recommended contour level 0.128 Depositor
Map size (A) 717.2, 731.5, 1054.9 wwPDB

Map dimensions 652, 665, 959 wwPDB

Map angles (°) 90.0, 90.0, 90.0 wwPDB

Pixel spacing (A) 1.1, 1.1, 1.1 Depositor



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#experimental_info
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4 Model quality (i)

4.1 Standard geometry (i)

MolProbity failed to run properly - this section is therefore empty.

4.2 Too-close contacts (i)

MolProbity failed to run properly - this section is therefore empty.

4.3 Torsion angles (i)
4.3.1 Protein backbone (3)

MolProbity failed to run properly - this section is therefore empty.

4.3.2 Protein sidechains (1)

MolProbity failed to run properly - this section is therefore empty.

4.3.3 RNA (D

MolProbity failed to run properly - this section is therefore empty.

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

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

4.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

4.6 Ligand geometry (i)

Of 567 ligands modelled in this entry, 188 are monoatomic - leaving 379 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond

WO RLDWIDE

PROTEIN DATA BANK
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length (or angle) is the number of standard deviations the observed value is removed from the
expected value. A bond length (or angle) with |Z] > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

Mol | Type | Chain | Res | Link Countfonlg\/llgrzlgt:jZ | > 2 CountSBorPlE/[nglghj;Z | > 2
24 | GTP | B6 | 602 | 25 |203434| 1.27 | 3 (10%) | 35,54,54 | 1.35 | 5 (14%)
24 | GTP | Ek | 501 | 25 |29,3434| 1.28 | 3 (10%) | 35,5454 | 125 | 3 (8%)
23 | GDP | AO | 501 | - [253030] 096 | 1 (4%) | 304747 | 1.10 | 2 (6%)
24 | GTP | BU | 602 | 25 |29.34.34| 124 | 2(6%) | 355454 | 1.30 | 3 (8%)
23 | GDP Az 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.09 2 (6%)
24 GTP E3 501 25 29,3434 | 1.28 3 (10%) | 35,54,54 | 1.35 5 (14%)
24 | GTP | Al [ 602 | 25 [203434] 1.28 | 4 (13%) | 35,5454 | 1.29 | 4 (11%)
24 | GTP | BX | 602 | 25 |293434| 122 | 2(6%) |3554,54| 1.35 | 4 (11%)
24 | GTP | Ff | 501 | 25 [203434| 1.30 | 3 (10%) | 35,5454 | 1.30 | 3 (8%)
24 | GTP | Et | 501 | 25 [203434| 1.28 | 3 (10%) | 35,5454 | 1.32 | 4 (11%)
23 | GDP | FF | 501 | - [2530,30 | 099 | 1(4%) | 304747 | 1.24 | 3 (10%)
23 | GDP | Ec | 501 | - 253030 | 097 | 1(4%) |3047.47| 1.33 | 5 (16%)
24 | GTP | A9 | 501 | 25 |203434| 1.29 | 4 (13%) | 35,5454 | 126 | 3 (8%)
24 | GTP | BY | 602 | 25 [203434] 1.20 | 2(6%) | 355454 | 1.40 | 7 (20%)
24 | GTP | F7 | 501 | 25 [203434| 1.30 | 5(17%) | 35,54,54 | 1.27 | 4 (11%)
23 | GDP | Bo | 501 | - [2530,30| 098 | 1 (4%) | 304747 | 1.00 | 1 (3%)
23 | GDP | Dz | 501 | - 253030 099 | 1(4%) |3047.47| 1.07 | 3 (10%)
23 | GDP Df 501 - 25,30,30 | 0.99 1 (4%) | 304747 | 1.19 | 4 (13%)
24 | GTP | By | 602 | 25 |293434| 1.28 | 4 (13%) | 3554,54 | 1.35 | 5 (14%)
23 | GDP | X | 501 | - [253030] 099 | 1(4%) |304747| 104 | 1(3%)
23 | GDP DO 501 - 25,30,30 | 0.99 1 (4%) | 304747 | 1.14 2 (6%)
23 | GDP | Fm | 501 | - |2530,30 | 0.99 | 1(4%) | 304747 | 1.16 | 4 (13%)
23 | GDP | Gk | 501 | - |253030| 1.01 | 1(4%) |3047.47| 116 | 4 (13%)
23 | GDP | AW | 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.16 2 (6%)
23 GDP Gh 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.09 2 (6%)
23 GDP A7 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.04 2 (6%)
23 | GDP | EQ | 501 | - [253030| 098 | 1(4%) | 304747 | 1.28 | 5 (16%)
24 | GTP | s [ 602 | 25 [203434] 1.28 | 3(10%) | 35,54,54 | 1.36 | 5 (14%)
23 | GDP Ev 501 - 25,30,30 | 0.98 1 (4%) |304747 | 130 | 5 (16%)
24 | GTP | T | 602 25 [293434] 1.26 | 3 (10%) | 3554,54 | 1.37 | 5 (14%)
24 | GTP | A1 [ 602 | 25 [203434] 1.23 | 2(6%) | 355454 | 1.34 | 4 (11%)
23 | GDP Ga 501 - 25,30,30 | 0.98 1 (4%) | 304747 | 1.22 | 3 (10%)
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Mol | Type | Chain | Res | Link | oo | RS | £12]5 2 | Couns | RMSE | 41|52
24 | GTP FR 501 25 29,3434 | 1.28 3 (10%) | 35,54,54 | 1.25 3 (8%)
24 | GTP GM 501 25 129,34,34 | 1.29 4 (13%) | 35,5454 | 1.31 4 (11%)
23 | GDP BA 501 - 25,30,30 | 0.96 1 (4%) | 30,4747 | 1.03 2 (6%)
24 | GTP Fh 501 25 129,34,34 | 1.34 5 (17%) | 35,54,54 | 1.47 | 4 (11%)
24 | GTP A5 501 25 129,34,34 | 1.30 3 (10%) | 35,54,54 | 1.25 3 (8%)
23 | GDP AD 501 - 25,30,30 | 0.96 1 (4%) | 30,4747 | 1.22 4 (13%)
24 | GTP FS 501 25 129,34,34 | 1.29 4 (13%) | 35,54,54 | 1.28 3 (8%)
23 | GDP GX 501 - 25,30,30 | 0.98 2 (8%) |30,47,47 | 1.20 2 (6%)
23 | GDP FG 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.20 3 (10%)
24 | GTP AK 602 25 129,34,34 | 1.28 4 (13%) | 35,54,54 | 1.28 4 (11%)
23 | GDP Ab 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.19 3 (10%)
24 | GTP S 602 25 29,3434 | 1.25 2 (6%) | 35,54,54 | 1.35 4 (11%)
23 | GDP AN 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.04 2 (6%)
24 | GTP GT 501 25 29,3434 | 1.30 3 (10%) | 35,54,54 | 1.26 4 (11%)
24 | GTP AJ 602 25 29,3434 | 1.22 2 (6%) | 35,54,54 | 1.28 3 (8%)
24 | GTP Ex 501 25 129,34,34 | 1.35 4 (13%) | 35,54,54 | 1.33 3 (8%)
24 | GTP y 602 25 1293434 | 1.27 | 4 (13%) | 35,54,54 | 1.29 4 (11%)
23 | GDP FL 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.10 2 (6%)
23 | GDP Bk 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.18 3 (10%)
23 | GDP Bm 501 - 25,30,30 | 1.02 1 (4%) | 30,4747 | 1.09 1 (3%)
24 | GTP F6 501 25 129,34,34 | 1.28 3 (10%) | 35,54,54 | 1.23 3 (8%)
23 | GDP Fs 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.09 3 (10%)
24 | GTP AS 501 25 29,3434 | 1.28 3 (10%) | 35,54,54 | 1.38 5 (14%)
24 | GTP FW 501 25 1293434 | 1.27 | 3 (10%) | 35,54,54 | 1.29 3 (8%)
23 | GDP BZ 501 - 25,30,30 | 0.97 1 (4%) | 304747 | 1.27 | 4 (13%)
24 | GTP Gv 501 25 129,34,34 | 1.30 3 (10%) | 35,54,54 | 1.29 3 (8%)
24 | GTP Ez 501 25 129,34,34 | 1.30 5 (17%) | 35,54,54 | 1.24 3 (8%)
24 | GTP AT 501 25 29,3434 | 1.29 3 (10%) | 35,54,54 | 1.24 3 (8%)
23 | GDP 9 501 - 25,30,30 | 0.96 1 (4%) | 30,4747 | 1.02 1 (3%)
24 | GTP 5 602 25 1293434 | 1.27 | 3 (10%) | 35,54,54 | 1.34 5 (14%)
23 | GDP EM 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.20 4 (13%)
23 | GDP Gb 501 - 25,30,30 | 1.00 1 (4%) | 30,4747 | 1.11 3 (10%)
23 | GDP Fv 501 - 25,30,30 | 1.00 1 (4%) | 30,4747 | 1.13 2 (6%)
23 | GDP Eb 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.12 2 (6%)
24 | GTP Bz 602 25 129,34,34 | 1.29 5 (17%) | 35,54,54 | 1.33 5 (14%)
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Mol | Type | Chain | Res | Link | oo | RS | £12]5 2 | Couns | RMSE | 41|52
24 | GTP Fk 501 25 ]29,34,34 | 1.28 3 (10%) | 35,5454 | 1.27 3 (8%)
24 | GTP GP 501 25 129,34,34 | 1.33 5 (17%) | 35,54,54 | 1.24 3 (8%)
23 | GDP AQ 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.05 1 (3%)
23 | GDP DU 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.10 3 (10%)
23 | GDP AM 501 - 25,30,30 | 1.00 1 (4%) | 30,47,47 | 1.08 2 (6%)
24 | GTP Fb 501 25 129,34,34 | 1.31 4 (13%) | 35,5454 | 1.27 3 (8%)
24 | GTP FT 501 25 129,34,34 | 1.29 4 (13%) | 3554,54 | 1.24 3 (8%)
23 | GDP Dx 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.17 2 (6%)
23 | GDP Dq 501 - 25,30,30 | 0.97 1 (4%) |304747 | 1.21 3 (10%)
24 | GTP b 602 25 29,3434 | 1.29 4 (13%) | 35,54,54 | 1.32 3 (8%)
24 | GTP k 602 25 1293434 | 1.27 | 3 (10%) | 35,54,54 | 1.26 3 (8%)
24 | GTP A6 501 25 29,3434 | 1.29 4 (13%) | 35,54,54 | 1.25 3 (8%)
24 | GTP BS 602 25 |29,34,34 | 1.23 2 (6%) | 35,54,54 | 1.27 3 (8%)
23 | GDP F2 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.09 1 (3%)
24 | GTP Gl 501 25 ]29,34,34 | 1.26 3 (10%) | 35,5454 | 1.27 3 (8%)
24 | GTP GE 501 25 129,34,34 | 1.35 4 (13%) | 35,54,54 | 1.34 | 4 (11%)
23 | GDP Ag 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.15 2 (6%)
24 | GTP Fd 602 25 129,34,34 | 1.35 5 (17%) | 35,54,54 | 1.29 3 (8%)
23 | GDP DY 501 - 25,30,30 | 0.98 1 (4%) | 304747 | 1.14 3 (10%)
23 | GDP Dd 501 - 25,30,30 | 0.98 1 (4%) |304747 | 1.11 3 (10%)
24 | GTP q 602 25 1293434 | 1.27 | 4 (13%) | 35,54,54 | 1.36 5 (14%)
23 | GDP Ge 501 - 25,30,30 | 1.00 1 (4%) | 304747 | 1.17 | 4 (13%)
24 | GTP Bw 602 25 1293434 | 1.27 | 4 (13%) | 35,54,54 | 1.34 | 4 (11%)
24 | GTP Bu 602 25 1293434 | 1.24 | 3 (10%) | 35,54,54 | 1.31 3 (8%)
24 | GTP Fe 501 25 ]29,34,34 | 1.32 4 (13%) | 35,54,54 | 1.32 3 (8%)
24 | GTP F5 501 25 1293434 | 1.27 | 3 (10%) | 35,54,54 | 1.28 4 (11%)
24 | GTP FQ 501 25 129,34,34 | 1.30 3 (10%) | 35,54,54 | 1.24 3 (8%)
24 | GTP FM 501 25 ]29,34,34 | 1.30 4 (13%) | 35,54,54 | 1.26 4 (11%)
24 | GTP BQ 602 25 29,34,34 | 1.26 3 (10%) | 35,54,54 | 1.33 5 (14%)
24 | GTP E7 501 25 129,34,34 | 1.29 4 (13%) | 35,54,54 | 1.32 5 (14%)
23 | GDP Ae 501 - 25,30,30 | 0.98 1 (4%) | 304747 | 1.11 2 (6%)
23 | GDP AP 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.17 2 (6%)
23 | GDP 7 501 - 25,30,30 | 0.98 1 (4%) | 304747 | 1.17 | 3 (10%)
24 | GTP Fj 501 25 129,34,34 | 1.39 5 (17%) | 35,54,54 | 1.35 4 (11%)
24 | GTP GF 501 25 129,34,34 | 1.37 5 (17%) | 35,54,54 | 1.36 3 (8%)
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Mol | Type | Chain | Res | Link | oo | RS | £12]5 2 | Couns | RMSE | 41|52
24 | GTP BL 602 25 ]29,34,34 | 1.30 4 (13%) | 355454 | 1.37 | 6 (17%)
23 | GDP P 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.04 1 (3%)
23 | GDP Av 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.07 2 (6%)
23 | GDP Br 501 - 25,30,30 | 1.00 1 (4%) | 304747 | 1.17 2 (6%)
23 | GDP FD 501 - 25,30,30 | 0.99 1 (4%) | 304747 | 1.14 2 (6%)
24 | GTP GC 501 25 1293434 | 1.27 | 4 (13%) | 35,54,54 | 1.27 | 4 (11%)
23 | GDP Du 501 - 25,30,30 | 0.98 1 (4%) | 304747 | 1.14 2 (6%)
23 | GDP EX 501 - 25,30,30 | 1.00 1 (4%) | 30,4747 | 1.15 3 (10%)
24 | GTP Gz 501 25 ]29,34,34 | 1.28 3 (10%) | 35,54,54 | 1.27 | 4 (11%)
24 | GTP BM 602 25 129,34,34 | 1.30 4 (13%) | 35,5454 | 1.31 4 (11%)
23 | GDP ET 501 - 25,30,30 | 0.99 1 (4%) | 304747 | 1.11 2 (6%)
23 | GDP E9 501 - 25,30,30 | 0.99 2 (8%) | 30,4747 | 1.22 4 (13%)
24 | GTP u 501 25 |29,34,34 | 1.28 4 (13%) | 35,54,54 | 1.29 4 (11%)
23 | GDP An 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.05 2 (6%)
24 | GTP F3 501 25 ]29,34,34 | 1.28 3 (10%) | 35,54,54 | 1.30 4 (11%)
24 | GTP f 602 25 129,34,34 | 1.28 4 (13%) | 35,54,54 | 1.22 3 (8%)
24 | GTP Gq 501 25 129,34,34 | 1.29 4 (13%) | 35,54,54 | 1.25 3 (8%)
23 | GDP n 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.02 2 (6%)
24 | GTP Go 501 25 |29,34,34 | 1.28 4 (13%) | 35,54,54 | 1.25 4 (11%)
24 | GTP Aw 602 25 ]29,34,34 | 1.26 3 (10%) | 35,54,54 | 1.32 5 (14%)
23 | GDP Dc 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.19 4 (13%)
23 | GDP FJ 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.12 3 (10%)
23 | GDP 0 501 - 25,30,30 | 0.96 2 (8%) | 30,4747 | 1.07 1 (3%)
24 | GTP GJ 501 25 129,34,34 | 1.31 4 (13%) | 35,5454 | 1.24 | 4 (11%)
23 | GDP Ac 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.08 2 (6%)
23 | GDP DT 501 - 25,30,30 | 0.97 1 (4%) | 304747 | 1.11 2 (6%)
23 | GDP BG 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.06 1 (3%)
24 | GTP X 501 25 |29,34,34 | 1.27 2 (6%) | 35,54,54 | 1.31 4 (11%)
24 | GTP W 602 25 |29,34,34 | 1.28 4 (13%) | 35,54,54 | 1.32 5 (14%)
24 | GTP F8 501 25 129,34,34 | 1.30 4 (13%) | 35,54,54 | 1.26 4 (11%)
24 | GTP Es 501 25 129,34,34 | 1.29 4 (13%) | 35,54,54 | 1.26 4 (11%)
23 | GDP Au 602 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.07 2 (6%)
24 | GTP B1 602 25 |29,34,34 | 1.28 4 (13%) | 35,54,54 | 1.25 4 (11%)
24 | GTP h 602 25 ]29,34,34 | 1.28 4 (13%) | 35,54,54 | 1.32 5 (14%)
24 | GTP B8 602 25 129,34,34 | 1.26 4 (13%) | 35,54,54 | 1.29 3 (8%)

WO RLDWIDE
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Mol | Type | Chain | Res | Link | oo | RS | £12]5 2 | Counts | RMSE | £12]5 2
23 | GDP Dv 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.32 4 (13%)
24 | GTP A8 501 25 |29,34,34 | 1.28 3 (10%) | 35,54,54 | 1.26 3 (8%)
23 | GDP AB 501 - 25,30,30 | 0.96 1 (4%) | 30,4747 | 1.04 2 (6%)
23 | GDP Dk 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.13 2 (6%)
23 | GDP GH 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.09 2 (6%)
24 | GTP Eq 501 25 ]29,34,34 | 1.29 4 (13%) | 35,54,54 | 1.31 5 (14%)
24 | GTP 1 602 25 129,34,34 | 1.21 2 (6%) | 35,54,54 | 1.35 3 (8%)
24 | GTP BN 602 25 129,34,34 | 1.29 4 (13%) | 35,54,54 | 1.28 4 (11%)
24 | GTP Em 501 25 ]29,34,34 | 1.29 4 (13%) | 35,54,54 | 1.24 3 (8%)
24 | GTP i 602 25 29,3434 | 1.27 | 4 (13%) | 35,54,54 | 1.31 3 (8%)
24 | GTP BK 602 25 129,34,34 | 1.28 4 (13%) | 35,54,54 | 1.33 4 (11%)
23 | GDP DL 501 - 25,30,30 | 0.99 1 (4%) | 304747 | 1.17 | 4 (13%)
23 | GDP FE 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.16 4 (13%)
23 | GDP A3 501 - 25,30,30 | 0.99 2 (8%) | 30,4747 | 1.14 3 (10%)
23 | GDP AA 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.07 2 (6%)
24 | GTP FX 501 25 129,34,34 | 1.30 4 (13%) | 35,54,54 | 1.25 4 (11%)
24 | GTP FV 602 25 129,34,34 | 1.29 3 (10%) | 35,54,54 | 1.25 3 (8%)
24 | GTP Eh 501 25 129,34,34 | 1.29 3 (10%) | 35,54,54 | 1.26 4 (11%)
24 | GTP B2 602 25 129,34,34 | 1.29 4 (13%) | 35,54,54 | 1.27 | 4 (11%)
24 | GTP Bx 602 25 129,34,34 | 1.29 4 (13%) | 35,54,54 | 1.43 5 (14%)
23 | GDP Bq 602 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.09 2 (6%)
23 | GDP Am 501 - 25,30,30 | 1.00 1 (4%) | 30,4747 | 1.04 2 (6%)
23 | GDP Ds 501 - 25,30,30 | 0.98 1 (4%) | 304747 | 1.11 1 (3%)
24 | GTP FU 501 25 29,3434 | 1.29 4 (13%) | 35,54,54 | 1.26 3 (8%)
24 | GTP FZ 501 25 1293434 | 1.27 | 4 (13%) | 35,54,54 | 1.28 4 (11%)
23 | GDP BC 501 - 25,30,30 | 1.01 1 (4%) | 30,4747 | 1.12 1 (3%)
23 | GDP Fx 501 - 25,30,30 | 0.97 1 (4%) | 304747 | 1.14 2 (6%)
23 | GDP Bp 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.20 3 (10%)
23 | GDP FC 501 - 25,30,30 | 1.00 1 (4%) | 304747 | 1.14 2 (6%)
24 | GTP Eg 501 25 129,34,34 | 1.29 3 (10%) | 35,54,54 | 1.25 3 (8%)
23 | GDP Ba 501 - 25,30,30 | 0.96 1 (4%) | 30,4747 | 1.05 2 (6%)
23 | GDP DM 501 - 25,30,30 | 0.98 1 (4%) | 304747 | 1.14 2 (6%)
24 | GTP Bv 602 25 29,3434 | 1.23 2 (6%) | 35,54,54 | 1.35 3 (8%)
24 | GTP BP 602 25 129,34,34 | 1.31 4 (13%) | 35,54,54 | 1.30 3 (8%)
23 | GDP EP 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.16 4 (13%)
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Mol | Type | Chain | Res | Link | oo | RS | £12]5 2 | Counts | RMSE | 41|52
23 | GDP Dj 501 - 25,30,30 | 0.99 1 (4%) |304747 | 1.11 2 (6%)
24 | GTP GR 501 25 129,34,34 | 1.30 4 (13%) | 35,54,54 | 1.47 | 5 (14%)
24 | GTP Ej 501 25 1293434 | 1.27 | 3 (10%) | 35,54,54 | 1.26 4 (11%)
23 | GDP Dr 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.13 2 (6%)
24 | GTP Gt 501 25 129,34,34 | 1.28 3 (10%) | 35,54,54 | 1.22 3 (8%)
23 | GDP Bb 501 - 25,30,30 | 0.94 1 (4%) | 30,4747 | 1.02 2 (6%)
23 | GDP FB 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.13 1 (3%)
24 | GTP GB 501 25 129,34,34 | 1.29 4 (13%) | 35,54,54 | 1.30 4 (11%)
24 | GTP GK 501 25 129,34,34 | 1.31 4 (13%) | 35,54,54 | 1.25 4 (11%)
24 | GTP Er 501 25 129,34,34 | 1.25 3 (10%) | 35,54,54 | 1.28 3 (8%)
24 | GTP Aj 501 25 129,34,34 | 1.28 3 (10%) | 35,54,54 | 1.26 4 (11%)
24 | GTP GI 501 25 129,34,34 | 1.30 4 (13%) | 35,54,54 | 1.25 4 (11%)
24 | GTP CB 602 25 129,34,34 | 1.28 4 (13%) | 35,5454 | 1.31 5 (14%)
23 | GDP EV 501 - 25,30,30 | 1.05 1 (4%) | 304747 | 1.24 | 4 (13%)
23 | GDP Da 501 - 25,30,30 | 1.01 1 (4%) | 30,4747 | 1.12 3 (10%)
23 | GDP ES 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.17 2 (6%)
23 | GDP Gj 501 - 25,30,30 | 0.97 1 (4%) | 304747 | 1.31 4 (13%)
24 | GTP Gy 501 25 129,34,34 | 1.27 | 4 (13%) | 35,54,54 | 1.28 4 (11%)
23 | GDP FK 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.18 3 (10%)
23 | GDP Fw 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.15 3 (10%)
24 | GTP BR 501 25 |29,34,34 | 1.28 5 (17%) | 35,54,54 | 1.29 4 (11%)
23 | GDP Ea 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.12 2 (6%)
24 | GTP d 602 25 ]29,34,34 | 1.26 3 (10%) | 35,5454 | 1.34 5 (14%)
24 | GTP GA 501 25 129,34,34 | 1.29 4 (13%) | 35,54,54 | 1.25 4 (11%)
24 | GTP Ax 602 25 |29,34,34 | 1.28 4 (13%) | 35,54,54 | 1.28 4 (11%)
23 | GDP Gm 501 - 25,30,30 | 0.94 1 (4%) | 30,4747 | 1.25 3 (10%)
23 | GDP BW | 501 - 25,30,30 | 0.94 1 (4%) | 30,4747 | 1.29 4 (13%)
23 | GDP Fz 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.13 2 (6%)
23 | GDP ER 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.29 3 (10%)
23 | GDP AF 501 - 25,30,30 | 0.96 1 (4%) | 30,4747 | 1.02 1 (3%)
23 | GDP Ed 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.09 2 (6%)
24 | GTP Gu 501 25 129,34,34 | 1.29 4 (13%) | 35,54,54 | 1.26 4 (11%)
23 | GDP As 501 - 25,30,30 | 0.95 1 (4%) | 30,4747 | 1.05 1 (3%)
23 | GDP r 501 - 25,30,30 | 1.07 2 (8%) | 30,4747 | 1.01 2 (6%)
24 | GTP Ay 602 25 129,34,34 | 1.26 4 (13%) | 35,5454 | 1.27 | 4 (11%)
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Mol | Type | Chain | Res | Link | oo | RS | £12]5 2 | Couns | RMSE | 41|52
24 | GTP BJ 602 25 29,3434 | 1.26 3 (10%) | 35,5454 | 1.34 5 (14%)
24 | GTP Z 602 25 129,34,34 | 1.24 2 (6%) | 35,54,54 | 1.37 | 4 (11%)
23 | GDP Di 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.18 3 (10%)
23 | GDP Af 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 0.99 1 (3%)
24 | GTP 6 602 25 1293434 | 1.27 | 3 (10%) | 35,54,54 | 1.35 5 (14%)
24 | GTP A2 602 25 129,34,34 | 1.24 2 (6%) | 35,54,54 | 1.35 4 (11%)
24 | GTP Eu 501 25 1293434 | 1.27 | 3 (10%) | 35,54,54 | 1.26 3 (8%)
24 | GTP GG 501 25 1293434 | 1.27 | 3 (10%) | 35,54,54 | 1.27 3 (8%)
24 | GTP GO 602 25 29,3434 | 1.28 3 (10%) | 35,54,54 | 1.26 4 (11%)
23 | GDP EY 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.19 3 (10%)
24 | GTP BO 501 25 129,34,34 | 1.28 4 (13%) | 35,54,54 | 1.29 4 (11%)
24 | GTP Gn 501 25 ]29,34,34 | 1.28 3 (10%) | 35,54,54 | 1.24 3 (8%)
24 | GTP En 501 25 129,34,34 | 1.30 4 (13%) | 35,54,54 | 1.26 3 (8%)
24 | GTP E4 501 25 1293434 | 1.27 | 3 (10%) | 35,54,54 | 1.26 3 (8%)
24 | GTP FO 501 25 ]29,34,34 | 1.28 3 (10%) | 35,54,54 | 1.30 3 (8%)
24 | GTP BT 501 25 129,34,34 | 1.27 | 3 (10%) | 35,54,54 | 1.26 4 (11%)
23 | GDP AX 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.18 3 (10%)
24 | GTP Fe 501 25 129,34,34 | 1.29 3 (10%) | 35,54,54 | 1.28 3 (8%)
23 | GDP Gd 501 - 25,30,30 | 1.01 1 (4%) | 30,4747 | 1.28 4 (13%)
23 | GDP Bf 501 - 25,30,30 | 0.95 1 (4%) | 30,4747 | 1.02 2 (6%)
23 | GDP AG 501 - 25,30,30 | 0.98 1 (4%) | 30,47,47 | 1.06 1 (3%)
24 | GTP Ee 501 25 29,3434 | 1.29 4 (13%) | 35,54,54 | 1.25 3 (8%)
24 | GTP B4 602 25 1293434 | 1.27 | 3 (10%) | 35,54,54 | 1.25 3 (8%)
23 | GDP Bi 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.02 2 (6%)
24 | GTP e 602 25 1293434 | 1.27 | 4 (13%) | 35,54,54 | 1.26 3 (8%)
23 | GDP DR 501 - 25,30,30 | 1.01 1 (4%) | 30,4747 | 1.29 5 (16%)
23 | GDP GZ 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.25 2 (6%)
23 | GDP EO 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.30 5 (16%)
24 | GTP Ei 501 25 129,34,34 | 1.32 5 (17%) | 35,54,54 | 1.31 3 (8%)
24 | GTP El 501 25 129,34,34 | 1.30 4 (13%) | 35,5454 | 1.24 3 (8%)
23 | GDP DQ 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.13 3 (10%)
24 | GTP B3 602 25 |29,34,34 | 1.28 3 (10%) | 35,54,54 | 1.25 3 (8%)
24 | GTP BO 602 25 1293434 | 1.27 | 3 (10%) | 35,54,54 | 1.27 | 4 (11%)
24 | GTP F9 501 25 ]29,34,34 | 1.28 3 (10%) | 35,54,54 | 1.25 3 (8%)
23 | GDP A0 501 - 25,30,30 | 0.98 1 (4%) | 30,47,47 | 1.08 2 (6%)
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Mol | Type | Chain | Res | Link | oo | RS | £12]5 2 | Counts | RMSE | £12]5 2
23 | GDP EO 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.20 4 (13%)
23 | GDP At 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.16 2 (6%)
24 | GTP FO 501 25 29,3434 | 1.29 3 (10%) | 35,54,54 | 1.24 3 (8%)
24 | GTP Ak 602 25 1293434 | 1.27 | 4 (13%) | 35,54,54 | 1.29 4 (11%)
23 | GDP AV 602 - 25,30,30 | 1.05 2 (8%) | 30,4747 | 1.07 2 (6%)
23 | GDP Fp 501 - 25,30,30 | 0.96 1 (4%) | 304747 | 1.27 | 3 (10%)
24 | GTP Ep 501 25 129,34,34 | 1.28 3 (10%) | 35,54,54 | 1.25 3 (8%)
24 | GTP GN 501 25 129,34,34 | 1.29 4 (13%) | 35,5454 | 1.31 5 (14%)
24 | GTP Gw 501 25 ]29,34,34 | 1.28 4 (13%) | 35,54,54 | 1.26 4 (11%)
24 | GTP Ew 501 25 129,34,34 | 1.34 5 (17%) | 35,54,54 | 1.30 3 (8%)
24 | GTP B7 501 25 129,34,34 | 1.28 4 (13%) | 35,54,54 | 1.26 4 (11%)
23 | GDP EL 501 - 25,30,30 | 1.00 1 (4%) | 304747 | 1.17 | 3 (10%)
23 | GDP DV 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.12 3 (10%)
23 | GDP Ft 501 - 25,30,30 | 1.00 1 (4%) | 304747 | 1.11 2 (6%)
23 | GDP GY 501 - 25,30,30 | 0.98 1 (4%) | 304747 | 1.24 | 4 (13%)
24 | GTP a 602 25 129,34,34 | 1.28 4 (13%) | 35,54,54 | 1.29 3 (8%)
23 | GDP BB 501 - 25,30,30 | 1.00 1 (4%) | 30,4747 | 1.17 2 (6%)
24 | GTP Be 501 25 ]29,34,34 | 1.28 3 (10%) | 35,54,54 | 1.27 3 (8%)
23 | GDP AC 501 - 25,30,30 | 0.97 2 (8%) |304747 | 1.27 | 4 (13%)
24 | GTP ¢ 602 25 ]29,34,34 | 1.28 5 (17%) | 35,54,54 | 1.31 3 (8%)
23 | GDP Bj 501 - 25,30,30 | 0.95 1 (4%) | 30,4747 | 1.09 2 (6%)
23 | GDP EU 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.12 3 (10%)
23 | GDP Dw 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.12 2 (6%)
23 | GDP Gg 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.21 2 (6%)
24 | GTP BV 602 25 29,3434 | 1.28 3 (10%) | 35,54,54 | 1.32 5 (14%)
24 | GTP Y 602 25 129,34,34 | 1.25 3 (10%) | 35,54,54 | 1.30 3 (8%)
23 | GDP Ar 501 - 25,30,30 | 1.01 2 (8%) | 30,47,47 | 1.06 1 (3%)
23 | GDP DN 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.15 3 (10%)
24 | GTP E6 602 25 129,34,34 | 1.31 4 (13%) | 35,54,54 | 1.42 5 (14%)
24 | GTP GS 501 25 129,34,34 | 1.25 2 (6%) | 35,564,564 | 1.31 4 (11%)
23 | GDP AT 501 - 25,30,30 | 0.98 2 (8%) | 30,47,47 | 1.00 1 (3%)
24 | GTP G6 501 25 |29,34,34 | 1.26 2 (6%) | 35,54,54 | 1.26 3 (8%)
23 | GDP AS 502 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.13 3 (10%)
24 | GTP 0 501 25 1293434 | 1.27 | 4 (13%) | 35,54,54 | 1.30 4 (11%)
23 | GDP AE 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.05 2 (6%)
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Mol | Type | Chain | Res | Link | oo | RS | £12]5 2 | Counts | RMSE | £12]5 2
23 | GDP Gt 501 - 25,30,30 | 1.00 1 (4%) | 304747 | 1.31 5 (16%)
23 | GDP BF 501 - 25,30,30 | 0.96 1 (4%) | 304747 | 1.14 2 (6%)
23 | GDP AR 501 - 25,30,30 | 1.01 1 (4%) | 30,4747 | 1.11 1 (3%)
24 | GTP G4 602 25 129,34,34 | 1.33 4 (13%) | 35,54,54 | 1.32 3 (8%)
24 | GTP GQ 602 25 129,34,34 | 1.31 4 (13%) | 35,54,54 | 1.46 4 (11%)
23 | GDP F4 501 - 25,30,30 | 0.98 1 (4%) | 304747 | 1.11 2 (6%)
23 | GDP BH 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.18 2 (6%)
23 | GDP Ef 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.13 2 (6%)
23 | GDP DX 501 - 25,30,30 | 0.99 1 (4%) | 304747 | 1.15 1 (3%)
24 | GTP B9 602 25 1293434 | 1.27 | 4 (13%) | 35,54,54 | 1.30 4 (11%)
23 | GDP Fn 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.20 3 (10%)
23 | GDP AL 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.18 3 (10%)
23 | GDP GW | 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.26 5 (16%)
24 | GTP Bd 501 25 29,3434 | 1.29 3 (10%) | 35,54,54 | 1.24 3 (8%)
24 | GTP FY 501 25 ]29,34,34 | 1.26 3 (10%) | 35,54,54 | 1.31 5 (14%)
23 | GDP DP 501 - 25,30,30 | 0.99 1 (4%) | 304747 | 1.17 | 3 (10%)
23 | GDP 8 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.06 2 (6%)
24 | GTP \Y 602 25 129,34,34 | 1.27 | 4 (13%) | 35,54,54 | 1.35 4 (11%)
24 | GTP G3 602 25 |29,34,34 | 1.36 5 (17%) | 35,54,54 | 1.30 4 (11%)
23 | GDP FH 501 - 25,30,30 | 0.98 1 (4%) | 304747 | 1.14 2 (6%)
23 | GDP Bt 501 - 25,30,30 | 1.00 1 (4%) | 30,4747 | 1.02 1 (3%)
23 | GDP Db 501 - 25,30,30 | 0.98 1 (4%) | 304747 | 1.14 2 (6%)
24 | GTP 4 602 25 129,34,34 | 1.22 2 (6%) | 35,54,54 | 1.37 | 6 (17%)
23 | GDP BD 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.10 2 (6%)
23 | GDP @) 501 - 25,30,30 | 0.97 1 (4%) | 304747 | 1.01 2 (6%)
23 | GDP Bs 501 - 25,30,30 | 0.96 1 (4%) | 30,4747 | 1.05 2 (6%)
23 | GDP Ad 501 - 25,30,30 | 1.00 1 (4%) | 30,4747 | 1.12 2 (6%)
23 | GDP DW | 501 - 25,30,30 | 1.00 1 (4%) | 30,4747 | 1.10 1 (3%)
24 | GTP GL 501 25 129,34,34 | 1.30 4 (13%) | 35,54,54 | 1.27 | 4 (11%)
23 | GDP Bh 501 - 25,30,30 | 1.01 1 (4%) | 30,4747 | 1.06 2 (6%)
24 | GTP Gp 501 25 29,3434 | 1.30 4 (13%) | 35,54,54 | 1.26 3 (8%)
24 | GTP BI 602 25 129,34,34 | 1.24 2 (6%) | 35,54,54 | 1.39 4 (11%)
23 | GDP Fr 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.19 2 (6%)
24 | GTP 2 602 25 129,34,34 | 1.22 2 (6%) | 35,54,54 | 1.37 | 5 (14%)
24 | GTP v 602 25 129,34,34 | 1.26 4 (13%) | 35,54,54 | 1.28 4 (11%)
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Mol | Type | Chain | Res | Link | oo | RS | £12]5 2 | Counts | RMSE | 41|52
23 | GDP AY 501 - 25,30,30 | 1.01 2 (8%) | 304747 | 1.07 1 (3%)
23 | GDP Gi 501 - 25,30,30 | 0.96 1 (4%) | 30,4747 | 1.10 1 (3%)
23 | GDP DS 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.10 3 (10%)
24 | GTP Gr 501 25 129,34,34 | 1.30 4 (13%) | 3554,54 | 1.24 3 (8%)
23 | GDP Aq 501 - 25,30,30 | 0.98 1 (4%) | 304747 | 1.14 2 (6%)
23 | GDP Ge 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.15 3 (10%)
23 | GDP m 501 - 25,30,30 | 0.97 1 (4%) | 304747 | 1.04 1 (3%)
23 | GDP Fo 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.16 3 (10%)
23 | GDP GV 501 - 25,30,30 | 0.99 1 (4%) |304747 | 1.21 3 (10%)
24 | GTP Fi 501 25 129,34,34 | 1.34 4 (13%) | 35,5454 | 1.37 3 (8%)
23 | GDP AU 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.20 3 (10%)
23 | GDP Be 501 - 25,30,30 | 0.98 1 (4%) | 304747 | 1.04 2 (6%)
24 | GTP G1 501 25 129,34,34 | 1.31 4 (13%) | 35,54,54 | 1.28 4 (11%)
23 | GDP Ao 501 - 25,30,30 | 0.96 1 (4%) | 30,4747 | 1.04 1 (3%)
24 | GTP j 602 25 129,34,34 | 1.30 4 (13%) | 35,54,54 | 1.30 3 (8%)
23 | GDP EW 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.10 1 (3%)
24 | GTP E2 501 25 ]29,34,34 | 1.32 4 (13%) | 35,54,54 | 1.36 3 (8%)
24 | GTP 3 602 25 29,3434 | 1.20 2 (6%) | 35,564,564 | 1.37 | 4 (11%)
23 | GDP De 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.20 4 (13%)
23 | GDP Ai 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.16 2 (6%)
24 | GTP ES8 501 25 129,34,34 | 1.26 3 (10%) | 35,5454 | 1.27 3 (8%)
24 | GTP G2 501 25 29,3434 | 1.29 4 (13%) | 35,5454 | 1.27 3 (8%)
23 | GDP FN 501 - 25,30,30 | 0.96 1 (4%) | 30,4747 | 1.22 4 (13%)
23 | GDP Bl 602 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.06 3 (10%)
23 | GDP Ap 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.05 1 (3%)
23 | GDP BE 501 - 25,30,30 | 0.98 2 (8%) | 30,4747 | 1.00 1 (3%)
23 | GDP F1 501 - 25,30,30 | 0.97 1 (4%) | 304747 | 1.24 | 4 (13%)
24 | GTP Gs 501 25 ]29,34,34 | 1.28 4 (13%) | 35,54,54 | 1.25 3 (8%)
24 | GTP B5 602 25 |29,34,34 | 1.26 3 (10%) | 35,54,54 | 1.34 5 (14%)
24 | GTP E5 501 25 129,34,34 | 1.34 5 (17%) | 35,54,54 | 1.45 5 (14%)
23 | GDP EZ 501 - 25,30,30 | 0.96 1 (4%) | 304747 | 1.15 2 (6%)
23 | GDP Aa 501 - 25,30,30 | 0.97 1 (4%) | 30,47,47 | 1.08 2 (6%)
24 | GTP t 602 25 |29,34,34 | 1.28 3 (10%) | 35,54,54 | 1.37 | 5 (14%)
23 | GDP Fq 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.19 3 (10%)
24 | GTP 1 602 25 129,34,34 | 1.31 4 (13%) | 35,5454 | 1.21 3 (8%)




Page 67 wwPDB EM Validation Summary Report EMD-46580, 9D5N
Mol | Type | Chain | Res | Link | oo | RS | £12]5 2 | Counts | RMSE | 41|52
23 | GDP Fy 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.09 2 (6%)
24 | GTP Gx 501 25 129,34,34 | 1.28 4 (13%) | 35,5454 | 1.31 5 (14%)
24 | GTP G5 501 25 29,3434 | 1.25 3 (10%) | 35,5454 | 1.31 3 (8%)
23 | GDP U 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.02 1 (3%)
24 | GTP w 602 25 29,3434 | 1.25 3 (10%) | 35,5454 | 1.27 | 4 (11%)
24 | GTP Fa 501 25 |29,34,34 | 1.28 3 (10%) | 35,54,54 | 1.25 4 (11%)
24 | GTP Q 602 25 129,34,34 | 1.28 3 (10%) | 35,54,54 | 1.32 3 (8%)
23 | GDP Fl 501 - 25,30,30 | 0.97 1 (4%) | 304747 | 1.14 3 (10%)
24 | GTP z 602 25 ]29,34,34 | 1.28 3 (10%) | 35,54,54 | 1.30 5 (14%)
24 | GTP E1l 501 25 129,34,34 | 1.34 5 (17%) | 35,54,54 | 1.48 4 (11%)
23 | GDP Bg 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.13 3 (10%)
23 | GDP FA 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.28 4 (13%)
23 | GDP FI 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.06 1 (3%)
24 | GTP GD 501 25 129,34,34 | 1.35 5 (17%) | 35,54,54 | 1.30 4 (11%)
23 | GDP Ah 602 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.05 1 (3%)
23 | GDP Dh 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.11 3 (10%)
24 | GTP A4 501 25 ]29,34,34 | 1.30 4 (13%) | 35,54,54 | 1.25 3 (8%)
23 | GDP EN 501 - 25,30,30 | 0.97 1 (4%) |304747 | 1.24 | 4 (13%)
24 | GTP CA 602 25 129,34,34 | 1.26 3 (10%) | 35,54,54 | 1.28 3 (8%)
23 | GDP GU 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.30 4 (13%)
24 | GTP Ey 602 25 129,34,34 | 1.31 4 (13%) | 35,54,54 | 1.35 5 (14%)
24 | GTP FP 501 25 ]29,34,34 | 1.30 4 (13%) | 35,54,54 | 1.25 3 (8%)
23 | GDP Dg 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.13 2 (6%)
24 | GTP 602 25 129,34,34 | 1.25 2 (6%) | 35,54,54 | 1.38 5 (14%)
24 | GTP g 602 25 |29,34,34 | 1.26 3 (10%) | 35,54,54 | 1.37 | 5 (14%)
24 | GTP Fg 501 25 1293434 | 1.27 | 3 (10%) | 35,54,54 | 1.26 3 (8%)
23 | GDP Bn 501 - 25,30,30 | 0.98 1 (4%) | 30,4747 | 1.11 2 (6%)
24 | GTP Eo 501 25 1293434 | 1.27 | 3 (10%) | 35,54,54 | 1.30 3 (8%)
24 | GTP Al 501 25 129,34,34 | 1.28 3 (10%) | 35,54,54 | 1.28 4 (11%)
23 | GDP Dt 501 - 25,30,30 | 0.97 1 (4%) | 30,4747 | 1.12 2 (6%)
23 | GDP Fu 501 - 25,30,30 | 0.99 1 (4%) | 30,4747 | 1.17 2 (6%)
23 | GDP AH 501 - 25,30,30 | 0.95 1 (4%) | 30,4747 | 1.04 1 (3%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
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Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
24 | GTP B6 602 25 - 5/18/38/38 |0/3/3/3
24 | GTP Ek 501 25 - 3/18/38/38 |0/3/3/3
23 | GDP AO 501 - - 6/12/32/32 |0/3/3/3
24 | GTP BU 602 25 - 6/18/38/38 |0/3/3/3
23 | GDP Az 501 - - 3/12/32/32 |0/3/3/3
24 | GTP E3 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP Al 602 25 - 6/18/38/38 |0/3/3/3
24 | GTP BX 602 25 - 3/18/38/38 | 0/3/3/3
24 | GTP Ff 501 25 - 7/18/38/38 | 0/3/3/3
24 | GTP Et 501 25 - 4/18/38/38 | 0/3/3/3
23 | GDP FF 501 - - 6/12/32/32 | 0/3/3/3
23 | GDP Ec 501 - - 3/12/32/32 |0/3/3/3
24 | GTP A9 501 25 - 5/18/38/38 |0/3/3/3
24 | GTP BY 602 25 - 3/18/38/38 |0/3/3/3
24 | GTP F7 501 25 - 5/18/38/38 |0/3/3/3
23 | GDP Bo 501 - - 3/12/32/32 |0/3/3/3
23 | GDP DZ 501 - - 5/12/32/32 |0/3/3/3
23 | GDP Df 501 - - 7/12/32/32 | 0/3/3/3
24 | GTP By 602 25 - 3/18/38/38 | 0/3/3/3
23 | GDP X 501 - - 2/12/32/32 |0/3/3/3
23 | GDP DO 501 - - 6/12/32/32 |0/3/3/3
23 | GDP Fm 501 - - 4/12/32/32 | 0/3/3/3
23 | GDP Gk 501 - - 1/12/32/32 | 0/3/3/3
23 | GDP AW 501 - - 6/12/32/32 |0/3/3/3
23 | GDP Gh 501 - - 8/12/32/32 |0/3/3/3
23 | GDP A7 501 - - 4/12/32/32 | 0/3/3/3
23 | GDP EQ 501 - - 5/12/32/32 |0/3/3/3
24 | GTP S 602 25 - 3/18/38/38 |0/3/3/3
23 | GDP Ev 501 - - 2/12/32/32 |0/3/3/3
24 | GTP T 602 25 - 2/18/38/38 |0/3/3/3
24 | GTP Al 602 25 - 3/18/38/38 | 0/3/3/3
23 | GDP Ga 501 - - 2/12/32/32 |0/3/3/3
24 | GTP FR 501 25 - 5/18/38/38 |0/3/3/3

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

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
24 | GTP GM 501 25 - 4/18/38/38 | 0/3/3/3
23 | GDP BA 501 - - 5/12/32/32 |0/3/3/3
24 | GTP Fh 501 25 - 6/18/38/38 |0/3/3/3
24 | GTP A5 501 25 - 5/18/38/38 |0/3/3/3
23 | GDP AD 501 - - 1/12/32/32 | 0/3/3/3
24 | GTP FS 501 25 - 3/18/38/38 | 0/3/3/3
23 | GDP GX 501 - - 3/12/32/32 |0/3/3/3
23 | GDP FG 501 - - 5/12/32/32 |0/3/3/3
24 | GTP AK 602 25 - 4/18/38/38 | 0/3/3/3
23 | GDP Ab 501 - - 6/12/32/32 |0/3/3/3
24 | GTP S 602 25 - 9/18/38/38 | 0/3/3/3
23 | GDP AN 501 - - 4/12/32/32 | 0/3/3/3
24 | GTP GT 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP AJ 602 25 - 5/18/38/38 | 0/3/3/3
24 | GTP Ex 501 25 - 7/18/38/38 | 0/3/3/3
24 | GTP y 602 25 - 5/18/38/38 |0/3/3/3
23 | GDP FL 501 - - 8/12/32/32 |0/3/3/3
23 | GDP Bk 501 - - 6/12/32/32 |0/3/3/3
23 | GDP Bm 501 - - 4/12/32/32 | 0/3/3/3
24 | GTP F6 501 25 - 5/18/38/38 |0/3/3/3
23 | GDP Fs 501 - - 6/12/32/32 |0/3/3/3
24 | GTP AS 501 25 - 2/18/38/38 | 0/3/3/3
24 | GTP FW 501 25 - 5/18/38/38 |0/3/3/3
23 | GDP BZ 501 - - 2/12/32/32 |0/3/3/3
24 | GTP Gv 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP Ez 501 25 - 7/18/38/38 | 0/3/3/3
24 | GTP AT 501 25 - 4/18/38/38 | 0/3/3/3
23 | GDP 501 - - 3/12/32/32 |0/3/3/3
24 | GTP 602 25 - 3/18/38/38 |0/3/3/3
23 | GDP EM 501 - - 5/12/32/32 | 0/3/3/3
23 | GDP Gb 501 - - 7/12/32/32 | 0/3/3/3
23 | GDP Fv 501 - 4/12/32/32 | 0/3/3/3
23 | GDP Eb 501 - - 6/12/32/32 | 0/3/3/3
24 | GTP Bz 602 25 - 5/18/38/38 |0/3/3/3

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
24 | GTP Fk 501 25 - 3/18/38/38 |0/3/3/3
24 | GTP GP 501 25 - 9/18/38/38 |0/3/3/3
23 | GDP AQ 501 - - 2/12/32/32 |0/3/3/3
23 | GDP DU 501 - - 2/12/32/32 | 0/3/3/3
23 | GDP AM 501 - - 5/12/32/32 |0/3/3/3
24 | GTP Fb 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP FT 501 25 - 4/18/38/38 | 0/3/3/3
23 | GDP Dx 501 - - 3/12/32/32 |0/3/3/3
23 | GDP Dq 501 - - 1/12/32/32 | 0/3/3/3
24 | GTP b 602 25 - 6/18/38/38 |0/3/3/3
24 | GTP k 602 25 - 4/18/38/38 | 0/3/3/3
24 | GTP A6 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP BS 602 25 - 6/18/38/38 |0/3/3/3
23 | GDP F2 501 - - 6/12/32/32 | 0/3/3/3
24 | GTP Gl 501 25 - 3/18/38/38 |0/3/3/3
24 | GTP GE 501 25 - 7/18/38/38 | 0/3/3/3
23 | GDP Ag 501 - - 5/12/32/32 |0/3/3/3
24 | GTP Fd 602 25 - 6/18/38/38 |0/3/3/3
23 | GDP DY 501 - - 6/12/32/32 |0/3/3/3
23 | GDP Dd 501 - - 8/12/32/32 |0/3/3/3
24 | GTP q 602 25 - 4/18/38/38 | 0/3/3/3
23 | GDP Ge 501 - - 2/12/32/32 | 0/3/3/3
24 | GTP Bw 602 25 - 11/18/38/38 | 0/3/3/3
24 | GTP Bu 602 25 - 6/18/38/38 |0/3/3/3
24 | GTP Fe 501 25 - 9/18/38/38 | 0/3/3/3
24 | GTP F5 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP FQ 501 25 - 5/18/38/38 |0/3/3/3
24 | GTP FM 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP BQ 602 25 - 3/18/38/38 |0/3/3/3
24 | GTP E7 501 25 - 1/18/38/38 | 0/3/3/3
23 | GDP Ae 501 - - 4/12/32/32 | 0/3/3/3
23 | GDP AP 501 - - 6/12/32/32 |0/3/3/3
23 | GDP 7 501 - - 0/12/32/32 | 0/3/3/3
24 | GTP Fj 501 25 - 6/18/38/38 |0/3/3/3
24 | GTP GF 501 25 - 10/18/38/38 | 0/3/3/3

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
24 | GTP BL 602 25 - 7/18/38/38 | 0/3/3/3
23 | GDP P 501 - - 2/12/32/32 |0/3/3/3
23 | GDP Av 501 - - 5/12/32/32 |0/3/3/3
23 | GDP Br 501 - - 5/12/32/32 |0/3/3/3
23 | GDP FD 501 - - 6/12/32/32 |0/3/3/3
24 | GTP GC 501 25 - 4/18/38/38 | 0/3/3/3
23 | GDP Du 501 - - 0/12/32/32 |0/3/3/3
23 | GDP EX 501 - - 5/12/32/32 |0/3/3/3
24 | GTP Gz 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP BM 602 25 - 6/18/38/38 |0/3/3/3
23 | GDP ET 501 - - 6/12/32/32 | 0/3/3/3
23 | GDP E9 501 - - 3/12/32/32 |0/3/3/3
24 | GTP u 501 25 - 4/18/38/38 | 0/3/3/3
23 | GDP An 501 - - 3/12/32/32 | 0/3/3/3
24 | GTP F3 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP f 602 25 - 3/18/38/38 |0/3/3/3
24 | GTP Gq 501 25 - 4/18/38/38 | 0/3/3/3
23 | GDP n 501 - - 2/12/32/32 |0/3/3/3
24 | GTP Go 501 25 - 3/18/38/38 |0/3/3/3
24 | GTP Aw 602 25 - 5/18/38/38 |0/3/3/3
23 | GDP Dc 501 - - 5/12/32/32 |0/3/3/3
23 | GDP FJ 501 - - 6/12/32/32 | 0/3/3/3
23 | GDP 0 501 - - 7/12/32/32 | 0/3/3/3
24 | GTP GJ 501 25 - 5/18/38/38 | 0/3/3/3
23 | GDP Ac 501 - - 1/12/32/32 | 0/3/3/3
23 | GDP DT 501 - - 7/12/32/32 | 0/3/3/3
23 | GDP BG 501 - - 2/12/32/32 |0/3/3/3
24 | GTP X 501 25 - 3/18/38/38 |0/3/3/3
24 | GTP W 602 25 - 6/18/38/38 | 0/3/3/3
24 | GTP F8 501 25 - 6/18/38/38 |0/3/3/3
24 | GTP Es 501 25 - 4/18/38/38 | 0/3/3/3
23 | GDP Au 602 - - 0/12/32/32 |0/3/3/3
24 | GTP B1 602 25 - 5/18/38/38 | 0/3/3/3
24 | GTP h 602 25 - 6/18/38/38 |0/3/3/3
24 | GTP B8 602 25 - 5/18/38/38 |0/3/3/3

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
23 | GDP Dv 501 - - 1/12/32/32 | 0/3/3/3
24 | GTP A8 501 25 - 5/18/38/38 |0/3/3/3
23 | GDP AB 501 - - 1/12/32/32 | 0/3/3/3
23 | GDP Dk 501 - - 6/12/32/32 |0/3/3/3
23 | GDP GH 501 - - 4/12/32/32 | 0/3/3/3
24 | GTP Eq 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP 1 602 25 - 3/18/38/38 | 0/3/3/3
24 | GTP BN 602 25 - 6/18/38/38 |0/3/3/3
24 | GTP Em 501 25 - 7/18/38/38 | 0/3/3/3
24 | GTP i 602 25 - 6/18/38/38 | 0/3/3/3
24 | GTP BK 602 25 - 3/18/38/38 |0/3/3/3
23 | GDP DL 501 - - 8/12/32/32 |0/3/3/3
23 | GDP FE 501 - - 3/12/32/32 |0/3/3/3
23 | GDP A3 501 - - 1/12/32/32 | 0/3/3/3
23 | GDP AA 501 - - 2/12/32/32 |0/3/3/3
24 | GTP FX 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP FV 602 25 - 4/18/38/38 | 0/3/3/3
24 | GTP Eh 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP B2 602 25 - 5/18/38/38 |0/3/3/3
24 | GTP Bx 602 25 - 4/18/38/38 | 0/3/3/3
23 | GDP Bq 602 - - 2/12/32/32 |0/3/3/3
23 | GDP Am 501 - - 1/12/32/32 | 0/3/3/3
23 | GDP Ds 501 - - 0/12/32/32 |0/3/3/3
24 | GTP FU 501 25 - 5/18/38/38 |0/3/3/3
24 | GTP FZ 501 25 - 5/18/38/38 | 0/3/3/3
23 | GDP BC 501 - - 4/12/32/32 | 0/3/3/3
23 | GDP Fx 501 - - 6/12/32/32 |0/3/3/3
23 | GDP Bp 501 - - 3/12/32/32 | 0/3/3/3
23 | GDP FC 501 - - 1/12/32/32 | 0/3/3/3
24 | GTP Eg 501 25 - 5/18/38/38 |0/3/3/3
23 | GDP Ba 501 - - 2/12/32/32 | 0/3/3/3
23 | GDP DM 501 - - 6/12/32/32 | 0/3/3/3
24 | GTP Bv 602 25 - 2/18/38/38 |0/3/3/3
24 | GTP BP 602 25 - 4/18/38/38 | 0/3/3/3
23 | GDP EP 501 - - 4/12/32/32 | 0/3/3/3

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
23 | GDP Dj 501 - - 6/12/32/32 |0/3/3/3
24 | GTP GR 501 25 - 7/18/38/38 | 0/3/3/3
24 | GTP Ej 501 25 - 5/18/38/38 |0/3/3/3
23 | GDP Dr 501 - - 4/12/32/32 | 0/3/3/3
24 | GTP Gt 501 25 - 7/18/38/38 | 0/3/3/3
23 | GDP Bb 501 - - 3/12/32/32 |0/3/3/3
23 | GDP FB 501 - - 2/12/32/32 | 0/3/3/3
24 | GTP GB 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP GK 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP Er 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP Aj 501 25 - 3/18/38/38 |0/3/3/3
24 | GTP GI 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP CB 602 25 - 5/18/38/38 |0/3/3/3
23 | GDP EV 501 - - 3/12/32/32 |0/3/3/3
23 | GDP Da 501 - - 8/12/32/32 | 0/3/3/3
23 | GDP ES 501 - - 3/12/32/32 |0/3/3/3
23 | GDP Gj 501 - - 6/12/32/32 |0/3/3/3
24 | GTP Gy 501 25 - 4/18/38/38 | 0/3/3/3
23 | GDP FK 501 - - 7/12/32/32 | 0/3/3/3
23 | GDP Fw 501 - - 6/12/32/32 |0/3/3/3
24 | GTP BR 501 25 - 5/18/38/38 | 0/3/3/3
23 | GDP Ea 501 - - 8/12/32/32 |0/3/3/3
24 | GTP d 602 25 - 2/18/38/38 |0/3/3/3
24 | GTP GA 501 25 - 3/18/38/38 |0/3/3/3
24 | GTP Ax 602 25 - 4/18/38/38 | 0/3/3/3
23 | GDP Gm 501 - - 4/12/32/32 | 0/3/3/3
23 | GDP BW | 501 - - 1/12/32/32 | 0/3/3/3
23 | GDP Fz 501 - - 6/12/32/32 |0/3/3/3
23 | GDP ER 501 - - 4/12/32/32 | 0/3/3/3
23 | GDP AF 501 - - 4/12/32/32 | 0/3/3/3
23 | GDP Ed 501 - - 6/12/32/32 |0/3/3/3
24 | GTP Gu 501 25 6/18/38/38 |0/3/3/3
23 | GDP As 501 - - 4/12/32/32 | 0/3/3/3
23 | GDP T 501 - - 2/12/32/32 |0/3/3/3

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
24 | GTP Ay 602 25 - 4/18/38/38 | 0/3/3/3
24 | GTP BJ 602 25 - 2/18/38/38 |0/3/3/3
24 | GTP Z 602 25 - 2/18/38/38 |0/3/3/3
23 | GDP Di 501 - - 6/12/32/32 |0/3/3/3
23 | GDP Af 501 - - 3/12/32/32 |0/3/3/3
24 | GTP 6 602 25 - 3/18/38/38 |0/3/3/3
24 | GTP A2 602 25 - 3/18/38/38 | 0/3/3/3
24 | GTP Eu 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP GG 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP GO 602 25 - 4/18/38/38 | 0/3/3/3
23 | GDP EY 501 - - 8/12/32/32 |0/3/3/3
24 | GTP BO 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP Gn 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP En 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP E4 501 25 - 5/18/38/38 | 0/3/3/3
24 | GTP FO 501 25 - 5/18/38/38 |0/3/3/3
24 | GTP BT 501 25 - 3/18/38/38 |0/3/3/3
23 | GDP AX 501 - - 4/12/32/32 | 0/3/3/3
24 | GTP Fe 501 25 - 4/18/38/38 | 0/3/3/3
23 | GDP Gd 501 - - 3/12/32/32 |0/3/3/3
23 | GDP Bf 501 - - 3/12/32/32 | 0/3/3/3
23 | GDP AG 501 - - 3/12/32/32 |0/3/3/3
24 | GTP Ee 501 25 - 5/18/38/38 |0/3/3/3
24 | GTP B4 602 25 - 3/18/38/38 |0/3/3/3
23 | GDP Bi 501 - - 4/12/32/32 | 0/3/3/3
24 | GTP e 602 25 - 4/18/38/38 | 0/3/3/3
23 | GDP DR 501 - - 1/12/32/32 | 0/3/3/3
23 | GDP GZ 501 - - 5/12/32/32 |0/3/3/3
23 | GDP EO 501 - - 3/12/32/32 |0/3/3/3
24 | GTP Ei 501 25 - 7/18/38/38 | 0/3/3/3
24 | GTP El 501 25 - 5/18/38/38 |0/3/3/3
23 | GDP DQ 501 - 6/12/32/32 |0/3/3/3
24 | GTP B3 602 25 - 4/18/38/38 | 0/3/3/3
24 | GTP BO 602 25 - 4/18/38/38 | 0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
24 | GTP F9 501 25 - 5/18/38/38 |0/3/3/3
23 | GDP A0 501 - - 3/12/32/32 |0/3/3/3
23 | GDP EO 501 - - 5/12/32/32 |0/3/3/3
23 | GDP At 501 - - 5/12/32/32 |0/3/3/3
24 | GTP FO 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP Ak 602 25 - 6/18/38/38 |0/3/3/3
23 | GDP AV 602 - - 1/12/32/32 | 0/3/3/3
23 | GDP Fp 501 - - 5/12/32/32 |0/3/3/3
24 | GTP Ep 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP GN 501 25 - 6/18/38/38 |0/3/3/3
24 | GTP Gw 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP Ew 501 25 - 6/18/38/38 |0/3/3/3
24 | GTP B7 501 25 - 3/18/38/38 |0/3/3/3
23 | GDP EL 501 - - 5/12/32/32 | 0/3/3/3
23 | GDP DV 501 - - 8/12/32/32 |0/3/3/3
23 | GDP Ft 501 - - 6/12/32/32 |0/3/3/3
23 | GDP GY 501 - - 3/12/32/32 |0/3/3/3
24 | GTP a 602 25 - 5/18/38/38 |0/3/3/3
23 | GDP BB 501 - - 7/12/32/32 | 0/3/3/3
24 | GTP Be 501 25 - 4/18/38/38 | 0/3/3/3
23 | GDP AC 501 - - 3/12/32/32 |0/3/3/3
24 | GTP ¢ 602 25 - 11/18/38/38 | 0/3/3/3
23 | GDP Bj 501 - - 5/12/32/32 |0/3/3/3
23 | GDP EU 501 - - 6/12/32/32 |0/3/3/3
23 | GDP Dw 501 - - 0/12/32/32 |0/3/3/3
23 | GDP Gg 501 - - 6/12/32/32 | 0/3/3/3
24 | GTP BV 602 25 - 5/18/38/38 |0/3/3/3
24 | GTP Y 602 25 - 8/18/38/38 |0/3/3/3
23 | GDP Ar 501 - - 5/12/32/32 | 0/3/3/3
23 | GDP DN 501 - - 8/12/32/32 |0/3/3/3
24 | GTP E6 602 25 - 5/18/38/38 |0/3/3/3
24 | GTP GS 501 25 - 4/18/38/38 | 0/3/3/3
23 | GDP AT 501 - - 4/12/32/32 | 0/3/3/3
24 | GTP G6 501 25 - 3/18/38/38 |0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
23 | GDP AS 502 - - 5/12/32/32 |0/3/3/3
24 | GTP 0 501 25 - 10/18/38/38 | 0/3/3/3
23 | GDP AE 501 - - 3/12/32/32 |0/3/3/3
23 | GDP Gt 501 - - 2/12/32/32 | 0/3/3/3
23 | GDP BF 501 - - 6/12/32/32 |0/3/3/3
23 | GDP AR 501 - - 7/12/32/32 | 0/3/3/3
24 | GTP G4 602 25 - 10/18/38/38 | 0/3/3/3
24 | GTP GQ 602 25 - 6/18/38/38 |0/3/3/3
23 | GDP F4 501 - - 8/12/32/32 |0/3/3/3
23 | GDP BH 501 - - 6/12/32/32 | 0/3/3/3
23 | GDP Ef 501 - - 6/12/32/32 |0/3/3/3
23 | GDP DX 501 - - 4/12/32/32 | 0/3/3/3
24 | GTP B9 602 25 - 4/18/38/38 | 0/3/3/3
23 | GDP Fn 501 - - 5/12/32/32 |0/3/3/3
23 | GDP AL 501 - - 5/12/32/32 | 0/3/3/3
23 | GDP GW | 501 - - 3/12/32/32 |0/3/3/3
24 | GTP Bd 501 25 - 5/18/38/38 |0/3/3/3
24 | GTP FY 501 25 - 4/18/38/38 | 0/3/3/3
23 | GDP DP 501 - - 5/12/32/32 |0/3/3/3
23 | GDP 8 501 - - 3/12/32/32 |0/3/3/3
24 | GTP 602 25 - 3/18/38/38 | 0/3/3/3
24 | GTP G3 602 25 - 6/18/38/38 |0/3/3/3
23 | GDP FH 501 - - 6/12/32/32 |0/3/3/3
23 | GDP Bt 501 - - 2/12/32/32 |0/3/3/3
23 | GDP Db 501 - - 8/12/32/32 |0/3/3/3
24 | GTP 4 602 25 - 3/18/38/38 | 0/3/3/3
23 | GDP BD 501 - - 6/12/32/32 |0/3/3/3
23 | GDP O 501 - - 2/12/32/32 |0/3/3/3
23 | GDP Bs 501 - - 4/12/32/32 | 0/3/3/3
23 | GDP Ad 501 - - 7/12/32/32 | 0/3/3/3
23 | GDP DW | 501 - - 6/12/32/32 |0/3/3/3
24 | GTP GL 501 25 - 3/18/38/38 |0/3/3/3
23 | GDP Bh 501 - - 5/12/32/32 |0/3/3/3
24 | GTP Gp 501 25 - 4/18/38/38 | 0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
24 | GTP BI 602 25 - 11/18/38/38 | 0/3/3/3
23 | GDP Fr 501 - - 2/12/32/32 |0/3/3/3
24 | GTP 2 602 25 - 3/18/38/38 |0/3/3/3
24 | GTP v 602 25 - 5/18/38/38 |0/3/3/3
23 | GDP AY 501 - - 3/12/32/32 |0/3/3/3
23 | GDP Gi 501 - - 6/12/32/32 |0/3/3/3
23 | GDP DS 501 - - 6/12/32/32 | 0/3/3/3
24 | GTP Gr 501 25 - 4/18/38/38 | 0/3/3/3
23 | GDP Aq 501 - - 4/12/32/32 | 0/3/3/3
23 | GDP Ge 501 - - 6/12/32/32 | 0/3/3/3
23 | GDP m 501 - - 2/12/32/32 | 0/3/3/3
23 | GDP Fo 501 - - 3/12/32/32 |0/3/3/3
23 | GDP GV 501 - - 5/12/32/32 |0/3/3/3
24 | GTP Fi 501 25 - 6/18/38/38 |0/3/3/3
23 | GDP AU 501 - - 2/12/32/32 | 0/3/3/3
23 | GDP Be 501 - - 4/12/32/32 | 0/3/3/3
24 | GTP G1 501 25 - 4/18/38/38 | 0/3/3/3
23 | GDP Ao 501 - - 3/12/32/32 | 0/3/3/3
24 | GTP j 602 25 - 5/18/38/38 |0/3/3/3
23 | GDP EW 501 - - 6/12/32/32 |0/3/3/3
24 | GTP E2 501 25 - 6/18/38/38 | 0/3/3/3
24 | GTP 3 602 25 - 3/18/38/38 |0/3/3/3
23 | GDP De 501 - - 3/12/32/32 |0/3/3/3
23 | GDP Ai 501 - - 5/12/32/32 |0/3/3/3
24 | GTP ES8 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP G2 501 25 - 5/18/38/38 | 0/3/3/3
23 | GDP FN 501 - - 3/12/32/32 |0/3/3/3
23 | GDP Bl 602 - - 4/12/32/32 | 0/3/3/3
23 | GDP Ap 501 - - 4/12/32/32 | 0/3/3/3
23 | GDP BE 501 - - 3/12/32/32 |0/3/3/3
23 | GDP F1 501 - - 7/12/32/32 | 0/3/3/3
24 | GTP Gs 501 25 - 3/18/38/38 |0/3/3/3
24 | GTP B5 602 25 - 3/18/38/38 |0/3/3/3
24 | GTP E5 501 25 - 7/18/38/38 | 0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
23 | GDP EZ 501 - - 6/12/32/32 |0/3/3/3
23 | GDP Aa 501 - - 7/12/32/32 | 0/3/3/3
24 | GTP t 602 25 - 3/18/38/38 |0/3/3/3
23 | GDP Fq 501 - - 4/12/32/32 | 0/3/3/3
24 | GTP 1 602 25 - 4/18/38/38 | 0/3/3/3
23 | GDP Fy 501 - - 8/12/32/32 |0/3/3/3
24 | GTP Gx 501 25 - 5/18/38/38 | 0/3/3/3
24 | GTP G5 501 25 - 3/18/38/38 |0/3/3/3
23 | GDP U 501 - - 2/12/32/32 |0/3/3/3
24 | GTP w 602 25 - 4/18/38/38 | 0/3/3/3
24 | GTP Fa 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP Q 602 25 - 7/18/38/38 | 0/3/3/3
23 | GDP Fl1 501 - - 6/12/32/32 |0/3/3/3
24 | GTP z 602 25 - 6/18/38/38 |0/3/3/3
24 | GTP E1 501 25 - 7/18/38/38 | 0/3/3/3
23 | GDP Bg 501 - - 5/12/32/32 |0/3/3/3
23 | GDP FA 501 - - 4/12/32/32 | 0/3/3/3
23 | GDP FI 501 - - 6/12/32/32 | 0/3/3/3
24 | GTP GD 501 25 - 6/18/38/38 |0/3/3/3
23 | GDP Ah 602 - - 2/12/32/32 |0/3/3/3
23 | GDP Dh 501 - - 3/12/32/32 | 0/3/3/3
24 | GTP A4 501 25 - 4/18/38/38 | 0/3/3/3
23 | GDP EN 501 - - 3/12/32/32 |0/3/3/3
24 | GTP CA 602 25 - 5/18/38/38 |0/3/3/3
23 | GDP GU 501 - - 3/12/32/32 |0/3/3/3
24 | GTP Ey 602 25 - 7/18/38/38 | 0/3/3/3
24 | GTP FP 501 25 - 4/18/38/38 | 0/3/3/3
23 | GDP Dg 501 - - 3/12/32/32 |0/3/3/3
24 | GTP p 602 25 - 2/18/38/38 | 0/3/3/3
24 | GTP g 602 25 - 3/18/38/38 |0/3/3/3
24 | GTP Fg 501 25 - 3/18/38/38 |0/3/3/3
23 | GDP Bn 501 - - 5/12/32/32 |0/3/3/3
24 | GTP Eo 501 25 - 4/18/38/38 | 0/3/3/3
24 | GTP Al 501 25 - 4/18/38/38 | 0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
23 | GDP Dt 501 - - 0/12/32/32 |0/3/3/3
23 | GDP Fu 501 - - 1/12/32/32 | 0/3/3/3
23 | GDP AH 501 - - 4/12/32/32 | 0/3/3/3

The worst 5 of 863 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
24 GT 501 | GTP | C5-C6 | -4.34 1.38 1.47
24 Bd 501 | GTP | C5-C6 | -4.31 1.38 1.47
24 FO 501 | GTP | C5-C6 | -4.30 1.38 1.47
24 Et 501 | GTP | C5-C6 | -4.29 1.39 1.47
24 A2 602 | GTP | C5-C6 | -4.29 1.39 1.47

The worst 5 of 1178 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
24 G5 501 | GTP | C8-NT7-C5 | 3.86 109.12 102.55
24 E3 501 | GTP | C8-NT7-C5 | 3.82 109.05 102.55
24 Ff 501 | GTP | C8-NT7-C5 | 3.79 109.00 102.55
24 Ey 602 | GTP | C8-N7-C5 | 3.76 108.95 102.55
24 GR 501 | GTP | C8-N7-C5 | 3.76 108.94 102.55

There are no chirality outliers.

5 of 1688 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
23 0 501 | GDP | PA-O3A-PB-02B
23 0 501 | GDP | C5-05-PA-O3A
23 0 501 | GDP | C5-05-PA-O1A
23 0 501 | GDP | C5-05-PA-O2A
23 Fo 501 | GDP | PA-O3A-PB-0O3B

There are no ring outliers.

No monomer is involved in short contacts.

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,

bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest.

In

addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring

WO RLDWIDE
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in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.

Ligand GTP B6 602

Torsions Rings
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4.7 Other polymers (i)

There are no such residues in this entry.

4.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#polymer_linkage
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5 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-46580. These allow visual inspection
of the internal detail of the map and identification of artifacts.

No raw map or half-maps were deposited for this entry and therefore no images, graphs, etc.
pertaining to the raw map can be shown.

5.1 Orthogonal projections (i)

5.1.1 Primary map

The images above show the map projected in three orthogonal directions.

5.2 Central slices (i)

5.2.1 Primary map

X Index: 326 Y Index: 332 7 Index: 479

WO RLDWIDE

sie

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_visualisation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_projections
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#central_slices
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The images above show central slices of the map in three orthogonal directions.

5.3 Largest variance slices (i)

5.3.1 Primary map

X Index: 325 Y Index: 234 7Z Index: 494

The images above show the largest variance slices of the map in three orthogonal directions.

5.4 Orthogonal standard-deviation projections (False-color) (i)

5.4.1 Primary map

The images above show the map standard deviation projections with false color in three orthogonal
directions. Minimum values are shown in green, max in blue, and dark to light orange shades
represent small to large values respectively.

(3)
‘c
U-
L


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_glow_std
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5.5 Orthogonal surface views (i)

5.5.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 0.128.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

5.6 Mask visualisation (i)

This section was not generated. No masks/segmentation were deposited.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_views
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#masks
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6 Map analysis (i)

This section contains the results of statistical analysis of the map.

6.1 Map-value distribution (i)

Map-value distribution

— Voxel count

Recommended contour
4 4 level 0.128

Voxel count (logl0)

G ﬁl

T
0.0 0.2 0.4 0.6 0.8
Map value

The map-value distribution is plotted in 128 intervals along the x-axis. The y-axis is logarithmic.
A spike in this graph at zero usually indicates that the volume has been masked.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_analysis
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_value_distribution
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6.2 Volume estimate (i)

Volume estimate

500000 4
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E — ‘olume
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D T ‘-__I I I

I
0.0 0.2 0.4 0.6 0.8
Contour level

The volume at the recommended contour level is 7740 nm?; this corresponds to an approximate
mass of 6992 kDa.

The volume estimate graph shows how the enclosed volume varies with the contour level. The
recommended contour level is shown as a vertical line and the intersection between the line and
the curve gives the volume of the enclosed surface at the given level.

6.3 Rotationally averaged power spectrum (i)

This section was not generated. The rotationally averaged power spectrum is only generated for
cubic maps.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#volume_estimate
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#raps
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7 Fourier-Shell correlation (i)

This section was not generated. No FSC curve or half-maps provided.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
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8 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-46580 and PDB
model 9D5N. Per-residue inclusion information can be found in section 7?7 on page ?7?.

8.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.128
at 50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_fit
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_overlay
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8.2 Q-score mapped to coordinate model (i)

1.0

0.0
M <0.0

The images above show the model with each residue coloured according its QQ-score. This shows
their resolvability in the map with higher Q-score values reflecting better resolvability. Please
note: Q-score is calculating the resolvability of atoms, and thus high values are only expected at
resolutions at which atoms can be resolved. Low Q-score values may therefore be expected for
many entries.

8.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0

The images above show the model with each residue coloured according to its atom inclusion. This
shows to what extent they are inside the map at the recommended contour level (0.128).


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#qscore_mapped_model
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#ai_mapped_model
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8.4 Atom inclusion (i)

Atom inclusion
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At the recommended contour level, 74% of all backbone atoms, 56% of all non-hydrogen atoms,
are inside the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#atom_inclusion_by_contour
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8.5 Map-model fit summary (i)

The table lists the average atom inclusion at the recommended contour level (0.128) and Q-score
for the entire model and for each chain.

Chain Atom inclusion Q-score
All B 0.5560 . 0.3310
0 . 0.4340 . (0.2860
1 . 0.4530 . 0.3020
2 . 0.4420 . (0.2960
3  0.5040 . (0.3310
4 . 0.3290 . (0.3010
5 . 0.4640 . 0.3170
6 . (0.4580 . 0.3190
7 . (0.1970 . 0.0050
8 . 0.3830 . 0.2850
9  0.5300 . 0.3180
A . 0.3480 . 0.2660
A0 . 0.1420 I 0.2460 10
Al . 0.2540 . (0.2580
A2 B 0.5190 . 0.3300
A3 . 0.4130 . 0.3060
A4 e 0.5900 . 0.3050
A5 0.7260 . (0.3540
A6 B 0.6090 . 0.3110
AT B 0.6150 . (0.3250
A8 B 0.6670 . 0.3710
A9 . 0.2970 . 0.2630 B <00
AA B 0.5140 . 0.3220
AB . 0.4410 . (0.2870
AC m 0.4460 . (0.3360
AD B 0.6560 . 0.3670
AE . 0.4410 . 0.2940
AF B 0.5170 . 0.3170
AG . 0.4980 . 0.3200
AH . 0.4390 . 0.3300
Al = 0.4900 . (0.3090
AJ  0.6270 . 0.3750
AK s 0.4550 . 0.3190
AL B 0.5110 . 0.3230
AM . 0.4310 . 0.3150

Continued on next page...
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Chain Atom inclusion Q-score
AN  0.5030 I 0.3100
AO B 0.4860 . 0.2970
AP B 0.6090 I 0.3460
AQ  0.5020 . (0.3060
AR B 0.6210 I 0.3510
AS . (0.4460 . (0.3100
AT . 0.4670 . 0.2720
AU m 0.5180 I 0.3160
AV . 0.4480 . 0.2620
AW B 0.5410 . 0.3260
AX B 0.5040 . (0.3060
AY . 0.3800 . (0.2860
A7 . (0.4600 . (0.2880
Aa m 0.4590 I 0.3160
Ab m 0.5760 m 0.3510
Ac s 0.4560 . 0.2900
Ad B 0.5830 . 0.3620
Ae . 0.4120 . (0.3220
Af  0.5040 . 0.3160
Ag B 0.5370 . (0.3560
Ah  0.4730 I 0.3150
Ai m 0.5600 . 0.3680
Aj B 0.4010 . 0.3100
Ak . 0.2070 . (0.2820
Al . 0.4870 . (0.3140
Am I (0.1100 . (0.2350
An . 0.4130 . 0.3140
Ao . 0.2580 . 0.2880
Ap . 0.2300 . 0.2840
Aq . 0.2390 . 0.2710
Ar . (0.2480 . (0.2920
As . (0.3540 . 0.2920
At . 0.3320 . (0.2970
Au . 0.3200 . 0.2850
Av . 0.1530 . 0.2710
Aw . 0.2120 . 0.2570
Ax . 0.1370 . 0.2200
Ay . 0.3210 . (0.3050
Az B 0.6200 I (0.3510

B I (0.1360 . (0.1820
BO . 0.4720 . 0.2870
B1 m 0.5180 . 0.3380

Continued on next page...
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Chain Atom inclusion Q-score
B2  0.5950 . 0.3480
B3 B 0.5520 . 0.3450
B4 e 0.6030 . (0.3630
B5 . 0.4740 . 0.2920
B6 . 0.3640 . 0.2700
B7 = 0.4960 . (0.2580
B8 m 0.5130 . 0.3280
B9 B 0.5350 . 0.3410
BA . 0.4420 . 0.2990
BB . (0.3430 . (0.2810
BC . 0.3480 . 0.2710
BD . (0.2800 . (0.2860
BE  0.3700 . 0.2690
BF  0.5300 - 0.3320
BG . 0.3430 . 0.2710
BH B 0.5810 . 0.3440
BI . 0.4820 - 0.3230
BJ . 0.3740 . 0.3230
BK . (0.1470 . (0.2140
BL  0.4880 . 0.3100
BM m 0.4570 . 0.2950
BN B 0.6070 B 0.3550
BO B 0.5380 . (0.3450
BP e 0.6300 . (0.3670
BQ . 0.4260 I (0.3160
BR . (0.1840 . (0.2330
BS m 0.6010 . 0.3670
BT . 0.4620 . 0.3170
BU B 0.6300 . 0.3590
BV . 0.3160 . (0.2890
BW = 0.5200 . (0.3180
BX . 0.4710 . (0.3050
BY  0.5030 I 0.3060
BZ  0.4680 . 0.2950
Ba B 0.5340 . 0.3350
Bb B 0.4680 . 0.2930
Be 0.7630 . (0.3870
Bd 0.8090 . 0.4020
Be . 0.4680 . (0.3130
Bf  0.4580 . 0.2940
Bg  0.4330 . 0.2680
Bh B 0.4410 . 0.2850

Continued on next page...
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Chain Atom inclusion Q-score
Bi . 0.4230 . 0.2580
Bj B 0.4470 . 0.2850
Bk . 0.5280 . (0.3300
Bl . 0.4730 . (0.2440
Bm B 0.5370 . (0.3400
Bn I 0.4160 . (0.2750
Bo  0.4940 . 0.2820
Bp B 0.5440 . 0.3250
Bq B 0.4880 . 0.2770
Br B 0.5620 . (0.3300
Bs . 0.4760 . (0.3130
Bt . 0.4020 . 0.2660
Bu m 0.4160 . 0.2780
Bv  0.4390 . 0.2890
Bw s 0.4800 . 0.2940
Bx . 0.3820 . 0.2760
By . (0.4550 . (0.2690
Bz . 0.4970 . (0.2900
C I (0.1080 I (0.1580
C1 m 0.4590 I 0.3760
C2 04110 . 0.3200
C3 B 0.4910 . 0.3420
CA B 0.6330 . (0.3660
CB . 0.3750 . (0.2920
cC - 0.3330 . (0.3060
CD I (0.1450 . (0.2080
CE = 0.4930 . 0.3340
CF I 0.1610 I 0.2140
CG . 0.3700 . 0.2540
CH I 0.0420 . 0.2570
CI I (0.1940 . (0.3090
CJ . 0.2940 . (0.2170
CK . 0.2000 . 0.1920
CL . 0.1990 . 0.2300
CM 0.7220 B 0.4110
CN B 0.6110 . 0.4130
CO - 0.3730 . 0.2910
CPp I 0.0710 . 0.2340
CQ . (0.4400 . (0.3610
CR m 0.4640 . 0.3290
CS  0.6320 = 0.3960
cT I 0.3560 I 0.1970

Continued on next page...
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Chain Atom inclusion Q-score
CU . 0.3020 . 0.2220
Y% s 0.4600 . 0.2370
CW . 0.4860 . (0.2990
CcX . 0.3350 . (0.2360
CY . 0.4500 . (0.3290
CzZ  0.4350 . 0.3260
Ca I 0.3100 . 0.2550
Ch I 0.2050 . 0.2220
Cc I 0.2550 . 0.2490
Cd . 0.5270 . (0.3820
Ce B 0.4610 . (0.3560
Cf . 0.2210 . 0.2360
Cg . 0.1870 . 0.2470
Ch = 0.3960 . 0.2410
Ci . 0.3920 . 0.2960
Cj . 0.3500 . 0.2130
Ck . 0.3700 . (0.2930
Cl . (0.3250 . (0.2280
Cm  0.6610 . (0.3840
Cn m 0.5700 I 0.3670
Co I 0.3600 . 0.2860
Cp . 0.3860 . 0.2830
Cq . 0.3770 I (0.3160
Cr . (0.4180 . (0.2880
Cs . 0.4190 . (0.2750
Ct . 0.4540 . (0.3380
Cu  0.4760 . 0.3460
Cv B 0.5150 . 0.3580
Cw B 0.6290 B 0.4170
Cx B 0.5590 . (0.3750
Cy B 0.5720 . (0.3700
Cz B 0.6080 . (0.3820

D = 0.3930 . 0.3240
DL 0.7150 . 0.3520
DM 0.7840 . 0.3610
DN 0.7860 . 0.3460
DO 0.7320 . (0.3620
DP B 0.6680 . (0.3560
DQ B 0.5880 . (0.3140
DR 0.7310 . 0.3490
DS 0.7120 . 0.3450
DT 0.7970 . 0.3560

Continued on next page...
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Chain Atom inclusion Q-score
DU m 0.5800 . 0.3030
DV B 0.6500 . 0.3380
DW 0.7300 . (0.3310
DX 0.7610 . (0.3660
DY . 0.4540 . (0.3040
DZ  0.6680 . (0.3870
Da w 0.6730 . 0.3740
Db B 0.5690 . 0.3410
Dc B 0.4600 . 0.2540
Dd . 0.2700 . (0.2370
De . 0.3860 . (0.2420
Df 0.8110 I (0.3510
Dg 0.8050 I 0.3610
Dh  0.6530 . 0.3180
Di 0.7850 . 0.3730
Dj 0.7820 . 0.3360
Dk 0.8000 . (0.3520
Dq . 0.4020 - 0.2720
Dr  0.6730 . (0.3420
Ds 0.7400 I 0.3610
Dt B 0.6110 . 0.3090
Du B 0.6810 . 0.3680
Dv B 0.6380 . (0.3750
Dw 0.7440 . (0.3600
Dx 0.8380 . (0.4150

E  0.5650 . (0.3690
EO m 0.5670 . 0.2770
E1 0.7290 . 0.3860
E2 0.7730 . 0.3910
E3 0.7560 . (0.3890
E4 e 0.6710 I 0.3510
E5 0.7210 . (0.3740
E6 0.8060 . 0.4140
E7 0.7940 m 0.4150
ES8 0.7480 . 0.3770
E9 0.7630 . 0.3800
EL 0.7070 . (0.3550
EM 0.7850 . (0.3720
EN m 0.5010 I (0.3160
EO 0.7150 I 0.3530
EP 0.7980 . 0.3620
EQ B 0.5730 . 0.3330

Continued on next page...
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Chain Atom inclusion Q-score
ER w 0.6100 . 0.3260
ES B 0.6050 . 0.3770
ET  0.6740 . 0.3760
EU B 0.6070 . (0.3850
EV B 0.6810 . (0.3820
EW 0.7730  0.3910
EX  0.6500 . 0.3920
EY e 0.7010 . 0.3820
EZ B 0.6510 s 0.3850
Ea . 0.4740 . 0.3260
Eb 0.7560 . (0.3860
Ec . 0.2940 . 0.2820
Ed w 0.7160 . 0.3780
Ee 0.7210 = 0.3500
Ef B 0.6300 . 0.3560
Eg 0.7780 . 0.3560
Eh B 0.6830 . (0.3230
Ei 0.7650 . (0.3650
Ej 0.7840 . (0.3400
Ek 0.7590 I 0.3830
El 0.7850 . 0.3460
Em B 0.6350 . 0.3520
En 0.7880 . (0.3610
Eo 0.7290 . (0.3500
Ep B 0.6220 . (0.3380
Eq B 0.5190 . (0.2560
Er  0.6340 . 0.3800
Es B 0.5470 . 0.3020
Et B 0.6440 . 0.3880
Eu B 0.6350 . (0.3630
Ev B 0.6250 . (0.3100
Ew e 0.6690 . (0.3870
Ex 0.7360 . 0.3920
Ey  0.6550 . 0.3640
Ez B 0.4350 . 0.3210

F B 0.5010 . 0.3440
FO B 0.6500 . (0.3940
F1 0.7670 . (0.3890
F2 0.7630 . (0.3980
F3  0.6420 . 0.3780
F4 0.7280 I 0.3850
F5 B 0.6360 I 0.3650

Continued on next page...
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Chain Atom inclusion Q-score
F6 m 0.5710 . 0.3340
F7 . 0.3790 . 0.2800
F8 B 0.5710 . (0.3320
F9 B 0.6200 I 0.3510
FA e 0.6900 . (0.3500
FB 0.7410 . (0.3820
FC  0.6630 I 0.3590
FD 0.7800 . 0.4130
FE B 0.6100 I 0.3560
FF 0.8140 B (0.4100
FG e 0.6760 . (0.3650
FH 0.8870 . (0.4470
FI 0.8740 . 0.4430
FJ 0.8230 m 0.4120
FK 0.8630 . 0.4470
FL 0.8140 . 0.4120
FM B 0.5770 . (0.3090
FN 0.7920 . (0.3940
FO 0.7650 . (0.3680
FP  0.6970 . 0.3780
FQ 0.7670 I 0.3590
FR 0.7310 . 0.3710
FS 0.7770 . (0.3860
FT e 0.6850 . (0.3480
FU e 0.6760 . (0.3580
FV e 0.7070 . 0.3770
FW 0.7500 = 0.3950
FX B 0.5480 . 0.2830
FY e 0.7040 . 0.3690
F7Z B 0.6180 . (0.3390
Fa e 0.7000 . (0.3850
Fb 0.7210 . (0.3790
Fc  0.6940 I 0.3860
Fd 0.7940 I 0.4090
Fe 0.8570 . 0.4350
Ff 0.8360 . 0.4250
Fg 0.8370 . (0.4300
Fh . 0.4690 . (0.3460
Fi  0.5830 . (0.3710
Fj  0.6160 m 0.3750
Fk  0.6120 I 0.3570
Fl B 0.6730 . 0.3700
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Chain Atom inclusion Q-score
Fm m 0.1910 . 0.2280
Fn  0.6900 . 0.3870
Fo - 0.3900 . 0.2770
Fp e 0.6910 . (0.3830
Fq  0.5520 . 0.3170
Fr  0.6990 . (0.3960
Fs w 0.6310  0.3750
Ft e 0.7100 . 0.4090
Fu e 0.6520 . 0.3960
Fv 0.7240 . (0.3740
Fw B 0.5850 . (0.3650
Fx 0.8260 . 0.4220
Fy 0.7850 I 0.4100
Fz 0.7480 = 0.3930
G . 0.3330 . 0.2490
GO B 0.6690 . 0.3530
G1 B 0.5840 . (0.3410
G2 0.7780 . (0.4000
G3 e 0.7040 . 0.3790
G4 0.8620 m 0.4310
G5 0.8400  0.4330
G6 0.8020 B 0.4210
G7 B 0.5440 . 0.2570
G8 0.7370 . (0.3540
G9 e 0.6680 . (0.3670
GA . (0.4370 . (0.2950
GB  0.6750 . 0.4040
GC . 0.4770 I 0.3360
GD B 0.6980 . 0.3850
GE 0.8110 . (0.4140
GF 0.7910 . (0.4080
GG 0.7430 . (0.3780
GH . 0.3670 . 0.2460
GI  0.4370 . 0.2980
GJ B 0.6010 . 0.3240
GK B 0.6530 . 0.3310
GL B 0.5980 . (0.3070
GM . (0.3620 . 0.2820
GN B 0.5430 . (0.3230
GO m 0.5340 . 0.3480
GP m 0.5620 I 0.3660
GQ 0.8490 . 0.4210

Continued on next page...
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Chain Atom inclusion Q-score
GR 0.8800 m 0.4370
GS 0.8360 . 0.4340
GT 0.8340 . (0.4250
GU 0.8210 . (0.3630
GV 0.8220 . (0.3770
GW  0.6380 . (0.3090
GX 0.7540 I 0.3590
GY B 0.4710 . 0.2390
GZ B 0.5540 . 0.2700
Ga B 0.4610 . 0.2660
Gb 0.7170 . (0.3580
Ge B 0.5410 . (0.3240
Gd 0.7340 I 0.3850
Ge  0.6970 I 0.3890
Gt 0.7350 . 0.3800
Gg 0.7910 B 0.4150
Gh 0.7910 . 0.4190
Gi 0.8540 . 0.4220
Gj 0.7450 . 0.4030
Gk 0.8460 . 0.4370
Gl 0.7510 I 0.3570
Gm 0.8390 . 0.4360
Gn 0.8140 . (0.3670
Go 0.7020 . (0.3370
Gp 0.8150 . (0.3670
Gq 0.7550 . (0.3240
Gr 0.8100 . 0.3690
Gs 0.7710 . 0.3380
Gt e 0.7010 . 0.3370
Gu 0.7830 . (0.3590
Gv 0.7240 . 0.3530
Gw B 0.5140 . (0.2480
Gx w 0.6120 . 0.2870
Gy m 0.5130 . 0.2900
Gz 0.7280 . 0.3740

H e 0.6910 . 0.3860
HA . 0.4550 I (0.3160
HB . 0.2310 . 0.2990
HC . 0.0370 . (0.2370
HD  0.4920 m 0.3310

I . 0.2770 . 0.1940
M B 0.6290 . 0.3880
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Chain Atom inclusion Q-score
N  0.5230 . 0.2380
O . 0.4340 . 0.3050
P . 0.4870 I (0.3160
Q . 0.4970 . (0.3110
R B 0.4680 . (0.3200
S s 0.4610 . (0.2760
T . 0.4190 . 0.3040
U I 0.3850 . 0.2710
\Y s 0.4800 . 0.2950
W . 0.4330 . (0.2350
X . 0.4780 . (0.3260
Y  0.5040 . 0.3200
/ . 0.4200 m 0.3110
a m 0.5760  0.3310
b B 0.5430 . 0.3300
¢ B 0.3110 . 0.2920
d . 0.3600 . (0.3090
e B 0.5680 . (0.3380
f B 0.5560 . (0.3400
g  0.4800 . 0.2940
h  0.4340 . 0.3080
i B 0.5810 . 0.3670
j . (0.4400 . (0.3370
k B 0.5830 . (0.3750
1 . 0.3600 . (0.3230
m . (0.3860 . (0.3060
n . 0.0390 . 0.2080
) I 0.0330 I 0.1930
p I 0.0810 . 0.2180
q . 0.1210 . (0.2110
r . (0.3620 . 0.2830
S B 0.5240 . (0.3240
t m 0.4590 . 0.3200
u m 0.4970 . 0.2920
v s 0.4580 I 0.3060
w . 0.4440 B 0.3110
X . 0.4550 . (0.2350
y . 0.4170 . 0.3010
z B 0.5240 . (0.3480
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