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Title : 96-nm repeat of the Leishmania tarentolae doublet microtubule
Authors : Doran, M.H.; Brown, A.
Deposited on :  2025-09-09
Resolution : 3.70 A(reported)
Based on initial model :

This is a wwPDB EM Validation Summary Report for a publicly released PDB entry.

We welcome your comments at validation@mail. wwpdb.org
A user guide is available at
https:/ /www.wwpdb.org/validation/2017/EM ValidationReportHelp

with specific help available everywhere you see the (1) symbol.

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

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

EMDB validation analysis : 0.0.1.dev132
Mogul : 2022.3.0, CSD as543be (2022)
MolProbity : FAILED
Buster-report : wwPDB partial adaption of 1.1.7 (2018)
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
EM percentile statistics : NOT EXECUTED
MapQ : FAILED
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.70 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 168 unique types of molecules in this entry. The entry contains 3422719 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 A 429 3362 2101 578 652 31 0 0

Total C N O S
1 AB 419 3283 2056 560 636 31 0 0

Total C N O S
1 AD 429 3362 2101 578 652 31 0 0

Total C N O S
1 AF 429 3362 2101 578 652 31 0 0

Total C N O S
1 AH 429 3362 2101 578 652 31 0 0

Total C N O S
1 Al 429 3362 2101 578 652 31 0 0

Total C N O S
1 AL 429 3362 2101 578 652 31 0 0

Total C N O S
1 AN 419 3283 2056 560 636 31 0 0

Total C N O S
1 B 418 3270 2039 564 637 30 0 0

Total C N O S
1 BD 430 3370 2106 579 653 32 0 0

Total C N O S
1 BF 429 3362 2101 578 652 31 0 0

Total C N O S
1 BH 429 3362 2101 578 652 31 0 0

Total C N O S
1 BJ 429 3362 2101 578 652 31 0 0

Total C N O S
1 BL 429 3362 2101 578 652 31 0 0

Total C N O S
1 BN 429 3362 2101 578 652 31 0 0

Total C N O S
1 CA 424 3319 2076 568 643 32 0 0

Total C N O S
1 CC 430 3370 2106 579 653 32 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
! CE 430 gg;%l 21%6 51;19 6?3 382 0 0
! CG 430 gg;%l 210()6 51;19 6?3 3S2 0 0
! = 429 ggg 21(2)1 51;18 6(5)2 381 0 0
1 CK 429 gggzl 21(2)1 51;18 6(5)2 381 0 0
1 CM 429 ggg 21%1 51;18 6(5)2 381 0 0
L DA 429 ’ggg 21001 51;8 6(5)2 381 0 0
L be 429 ?3)?21 21001 51;8 6(5)2 381 0 0
L bE 429 ?3)221 21%1 51;18 6(5)2 381 0 0
L ba 429 ggg 21(3)1 51;18 6(5)2 381 0 0
L bl 429 gggl 21001 51;18 6(5)2 381 0 0
L DK 429 rgggl 21C()1 51;18 6(5)2 381 0 0
L bM 429 rgggl 21C01 51;18 6(5)2 381 0 0
L B 430 gg;%l 21006 51;19 6(5)3 382 0 0
L kB 430 gg;%l 21%6 51;19 6(5)3 SS2 0 0
L ED 430 rggt?%l 21006 51;19 6(5?3 382 0 0
L EF 430 rgg%l 21(2)6 51;19 6(5?3 382 0 0
L EH 430 gg%l 21(2)6 5§9 6(5)3 382 0 0
L £ 430 gg%l 21(5)6 5§9 6(5)3 382 0 0
L EL 429 ”-gggzl 21(5)1 51;18 6(5)2 381 0 0
L d 429 ggga; 21(5)1 51;18 6(5)2 381 0 0
! B 429 ggga; 21(5)1 51;18 6(5)2 381 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
! FD 429 ggg;l 21%1 51;18 6?2 381 0 0
! FE 429 ggg;l 210()1 51;18 6?2 381 0 0
! FH 429 ggg;l 21(2)1 51;18 6(5)2 381 0 0
1 k) 429 gggall 21(2)0 51;18 6(5)2 381 0 0
1 KL 426 ggﬁl?’)l 20089 51;15 651)8 381 0 0
L G 429 ggg;l 210()1 51;I8 6(5)2 381 0 0
L GB 429 ’ggg;l 21C01 51;I8 6(5)2 381 0 0
L GD 426 ggizl 2(?89 51;15 628 381 0 0
L GF 429 ggga; 21(2)1 5§8 6(5)2 381 0 0
L GH 429 ggt@zl 21001 51;18 6(5)2 381 0 0
L] 25| s s sk a1 0 0
L GL 429 ggg;l 21C01 51;18 6(5)2 381 0 0
L H 429 ggg;l 21CO1 51;18 6(5)2 381 0 0
L HB 429 gggl 21%1 51;18 6C5)2 381 0 0
L HD 429 rggga; 21001 51;18 6(5?2 381 0 0
L HE 429 ggt(gl 21(2)1 51;18 6(5?2 381 0 0
L HH 429 §§t6a21 21(2)1 5§8 6(5)2 381 0 0
L HJ 429 gggl 21(5)1 5§8 6(5)2 381 0 0
L HL 429 gggzl 21(5)1 51;18 6(5)2 381 0 0
L ! 430 rl32?401 21(5)6 51;19 6(5)3 382 0 0
! 1B 429 ggga; 21(5)1 51;18 6(5)2 381 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
! 1D 429 gggl 21%1 51;18 6?2 381 0 0
! ¥ 429 gggl 210()1 51;18 622 381 0 0
! I 429 ggg 21(2)1 51;18 6(5)2 381 0 0
1 1 429 gggzl 21(2)1 51;18 6(5)2 381 0 0
1 IL 429 ggg 21%1 51;18 6(5)2 381 0 0
L JA 429 ’ggg 21001 51;8 6(5)2 381 0 0
L € 429 ?3)?21 21001 51;8 6(5)2 381 0 0
L JE 429 ?3)221 21%1 51;18 6(5)2 381 0 0
L G 429 ggg 21(3)1 51;18 6(5)2 381 0 0
L . 429 gggl 21001 51;18 6(5)2 381 0 0
L K 429 rgggl 21C()1 51;18 6(5)2 381 0 0
L M 420 rgggl 20089 51;15 6(28 381 0 0
L KA 430 gg;%l 21006 51;19 6(5)3 382 0 0
L KC 429 ggga; 21%1 51;18 6(5)2 381 0 0
L KE 429 gggzl 21001 51;18 6(5?2 381 0 0
L KG 429 rggga; 21(2)1 51;18 6(5?2 381 0 0
L Kl 429 §§t6a21 21(2)1 51;I8 6(5)2 381 0 0
L KK 429 gggl 21(5)1 5§8 6(5)2 381 0 0
L KM 429 ”-gggzl 21(5)1 51;18 6(5)2 381 0 0
L LA 429 ggga; 21(5)1 51;18 6(5)2 381 0 0
! LC 429 ggga; 21(5)1 51;18 6(5)2 381 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
! LE 429 gggl 21%1 51;18 6?2 381 0 0
! LG 429 gggl 210()1 51;18 622 381 0 0
! L 429 ggg 21(2)1 51;18 6(5)2 381 0 0
1 LK 429 gggzl 21(2)1 51;18 6(5)2 381 0 0
1 LM 429 ggg 21%1 51;18 6(5)2 381 0 0
L Lo 429 ’ggg 21001 51;8 6(5)2 381 0 0
L M 429 ?3)?21 21001 51;8 6(5)2 381 0 0
L MB 429 ?3)221 21%1 51;18 6(5)2 381 0 0
L MD 429 ggg 21(3)1 51;18 6(5)2 381 0 0
L ME 429 gggl 21001 51;18 6(5)2 381 0 0
L MH 429 rgggl 21C()1 51;18 6(5)2 381 0 0
L MJ 429 rgggl 21C01 51;18 6(5)2 381 0 0
L ML 429 rgggl 21C()1 51;18 6(5)2 381 0 0
L MN 429 ggga; 21%1 51;18 6(5)2 381 0 0
L N 420 rg;g%l 20060 5121 6(??8 381 0 0
L NB 420 ggg%l 2(?60 5121 6(3?8 381 0 0
L ND 421 ggzzl 2(%2 5§6 6(29 381 0 0
L NF 421 ggzaé%l 2(%2 5§6 6(29 381 0 0
L NH 426 ”gggl 2(%9 51;15 651)8 381 0 0
L NJ 429 ggga; 21(5)1 51;18 6(5)2 381 0 0
! NL 426 ggfla?)l 2(%9 51;15 651)8 381 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
! O 426 ggﬁlzl 20?39 51;15 628 381 0 0
! OB 429 gggzl 20%5 51;14 625 381 0 0
! oD 426 TB?Z? 2(%9 51;15 628 381 0 0
1 OF 426 ggﬁl?’)l 2(%9 51;15 651)8 381 0 0
1 OH 426 ggfl?’)l 20CS9 51;15 651)8 381 0 0
L 0J 426 ’gggl 20C89 51;5 651)8 381 0 0
L OL 426 ’gggl 20C89 51;5 628 381 0 0
L P 401 g(itzzl 15516 5120 6(89 288 0 0
L PB 429 ggg 21(3)1 51;18 6(5)2 381 0 0
L PD 429 gggl 21001 51;18 6(5)2 381 0 0
L PE 429 rgggl 21C()1 51;18 6(5)2 381 0 0
L PH 420 rgggl 20089 51;15 6(27 381 0 0
L P 429 rgggl 21C()1 51;18 6(5)2 381 0 0
L PL 429 ggga; 21%1 51;18 6(5)2 381 0 0
L QA 421 rgggl 2(%2 51;16 6(29 381 0 0
L Qe 421 rggﬁl 2(%2 51;16 6(29 381 0 0
L QF 426 gggl 2(%9 51;I5 6(28 381 0 0
L QG 421 ggzaé%l 2(%2 5§6 6(29 381 0 0
L Q 421 rggzaél 2(%2 51;16 651)9 381 0 0
L QK 421 ggflaSl 2(%2 51;16 651)9 381 0 0
! RA 426 ggfla?)l 2(%9 51;15 651)8 381 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
! RC 429 gggl 21%1 51;18 6?2 381 0 0
! RE 426 gggl 2(%9 51;15 628 381 0 0
! RG 426 gggl 2(%9 51;15 628 381 0 0
1 Rl 426 ggizl 2(%8 51;15 651)8 381 0 0
1 RK 428 ggg 20%6 51;17 6(5)1 381 0 0
L5 125 |t s s 65 a1 ¥ ¥
1| B 125 | it s s 65 a1 0 ¥
1| 5D 25|t s s 6 8 0 ¥
L] oF 125 |t s s 65 a1 ¥ 0
L SH 428 ggt;sl 2(%6 51;17 6(5)1 381 0 0
L 5] 421 rggflz;l 20092 51;16 6(29 381 0 0
L T 421 ggZaSI 2(%2 51;16 6(29 381 0 0
L B 428 ggg? 2(%6 51;17 6(5)1 381 0 0
L 1D 426 gggl 20(?39 51;15 6(28 381 0 0
L T 421 gggl 20092 51;16 6(29 381 0 0
L TH 426 gggl 20089 51;15 6(28 381 0 0
L TJ 429 r-i[)>1(§t6a21 21(2)1 51;18 6(;2 381 0 0
L T 421 ggflzl 2(%2 5156 6(29 381 0 0
L U 429 ggga; 20(335 51;14 651)5 381 0 0
L UB 429 ggga; 20(535 51;14 651)5 381 0 0
! ub 429 ggga; 20(235 51;14 651)5 381 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
! UF 429 gggzl 20?35 51;14 625 381 0 0
! Ut 429 ggg;l 20%5 51;14 625 381 0 0
! vl 421 ggZaSI 2(%2 51;16 629 381 0 0
1 UL 426 gggl 2(%9 51;15 651)8 381 0 0
1 v 428 ggg? 20%6 51;17 6(5)1 381 0 0
L vB 426 ’gggl 20089 51;I5 651)8 381 0 0
L vD 421 1?:351381 2(%2 51;I6 629 381 0 0
L VE 428 ggg? 2(%6 51;17 6(5)1 381 0 0
| VH 125 |t s s 65 a1 0 0
L vl 429 ggt@zl 21001 51;18 6(5)2 381 0 0
L VL 429 gggl 21001 51;18 6(5)2 381 0 0
L W 429 ggg;)l 20085 51;14 6(25 381 0 0
L WEB 429 ggg?)l 20C85 51;14 6(25 381 0 0
L WD 429 gggzl 2(()?35 51;14 6(25 381 0 0
L WE 421 rggﬁl 20092 51;16 6(29 381 0 0
L WH 429 gggzl 20085 51;14 6(25 381 0 0
L Wi 429 gggzl 2(%5 5§4 6(25 381 0 0
L WL 426 gggl 2(%9 5§5 6(28 381 0 0
L AP 429 gggzl 21(5)1 51;18 6(5)2 381 0 0
L AR 429 1?:?6&21 21(5)1 51;18 6(5)2 381 0 0
! AT 429 ggga; 21(5)1 51;18 6(5)2 381 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
! AV 429 gggl 21%1 51;18 6?2 381 0 0
! AX 429 gggl 210()1 51;18 622 381 0 0
! AZ 419 gg;zl 2(%6 5120 626 381 0 0
1 BP 430 13“3;%1 21(2)6 51;19 6(5)3 382 0 0
1 BR 429 ggg 21%1 51;18 6(5)2 381 0 0
L BT 429 ’ggg 21001 51;8 6(5)2 381 0 0
L BV 429 ?3)?21 21001 51;8 6(5)2 381 0 0
L BX 429 ?3)221 21%1 51;18 6(5)2 381 0 0
L cO 430 gg;%l 21(2)6 51;19 6(5)3 382 0 0
L cQ 430 gg;%l 21006 51;19 6(5)3 382 0 0
L 3 430 gg;%l 21006 51;19 6(5)3 382 0 0
L cu 429 rgggl 21C01 51;18 6(5)2 381 0 0
L oW 429 rgggl 21C()1 51;18 6(5)2 381 0 0
L CY 429 ggga; 21%1 51;18 6(5)2 381 0 0
L bo 429 gggzl 21001 51;18 6(5?2 381 0 0
L bQ 426 gggl 2(?89 51;15 6(28 381 0 0
L DS 429 §§t6a21 21(2)1 51;I8 6(5)2 381 0 0
L bu 429 gggl 21(5)1 5§8 6(5)2 381 0 0
L bW 429 ”-gggzl 21(5)1 51;18 6(5)2 381 0 0
L bY 429 ggga; 21(5)1 51;18 6(5)2 381 0 0
! EN 430 gggaol 21(5)6 51;19 6(5)3 382 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
! EP 430 gg;%l 21%6 51;19 6?3 382 0 0
! ER 430 gg;%l 210()6 51;19 6?3 3S2 0 0
! BT 430 TB‘gt;(%)l 21(2)6 51;19 6(5)3 382 0 0
1 BV 430 13“3;%1 21(2)6 51;19 6(5)3 382 0 0
1 kX 429 ggg 21%1 51;18 6(5)2 381 0 0
L N 429 ’ggg 21001 51;8 6(5)2 381 0 0
L kP 429 ?3)?21 21001 51;8 6(5)2 381 0 0
L R 429 ?3)221 21%1 51;18 6(5)2 381 0 0
L T 429 ggg 21(3)1 51;18 6(5)2 381 0 0
L bV 429 gg;l 21000 51;18 6(5)2 381 0 0
L X 426 rgggl 20089 51;15 6(28 381 0 0
L GN 429 rgggl 21C01 51;18 6(5)2 381 0 0
L GP 426 rgggl 20089 51;15 6(28 381 0 0
L GR 429 ggga; 21%1 51;18 6(5)2 381 0 0
L GT 429 gggzl 21001 51;18 6(5?2 381 0 0
L GV 429 rgggzl 2(?85 51;14 6(25 381 0 0
L GX 429 §§t6a21 21(2)1 51;I8 6(5)2 381 0 0
L HN 429 gggl 21(5)1 5§8 6(5)2 381 0 0
L Hp 429 ”-gggzl 21(5)1 51;18 6(5)2 381 0 0
L HR 429 ggga; 21(5)1 51;18 6(5)2 381 0 0
! HT 429 ggga; 21(5)1 51;18 6(5)2 381 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
! Hv 429 gggl 21%1 51;18 6?2 381 0 0
! HR 429 gggl 210()1 51;18 622 381 0 0
! N 429 ggg 21(2)1 51;18 6(5)2 381 0 0
1 1P 429 gggzl 21(2)1 51;18 6(5)2 381 0 0
1 IR 429 ggg 21%1 51;18 6(5)2 381 0 0
L = 429 ’ggg 21001 51;8 6(5)2 381 0 0
L v 429 ?3)?21 21001 51;8 6(5)2 381 0 0
L X 429 ?3)221 21%1 51;18 6(5)2 381 0 0
L 10 429 ggg 21(3)1 51;18 6(5)2 381 0 0
L 1Q 429 gggl 21001 51;18 6(5)2 381 0 0
L I8 429 rgggl 21C()1 51;18 6(5)2 381 0 0
L U 429 rgggl 21C01 51;18 6(5)2 381 0 0
L TW 429 rgggl 21C()1 51;18 6(5)2 381 0 0
L TY 426 gggl 2(()?39 51;15 6(28 381 0 0
L KO 429 gggzl 21001 51;18 6(5?2 381 0 0
L KQ 429 rggga; 21(2)1 51;18 6(5?2 381 0 0
L KS 429 §§t6a21 21(2)1 51;I8 6(5)2 381 0 0
L KU 429 gggl 21(5)1 5§8 6(5)2 381 0 0
L KW 429 ”-gggzl 21(5)1 51;18 6(5)2 381 0 0
L KY 429 ggga; 21(5)1 51;18 6(5)2 381 0 0
! LQ 429 ggga; 21(5)1 51;18 6(5)2 381 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
! LS 429 gggl 21%1 51;18 6?2 381 0 0
! LU 429 gggl 210()1 51;18 622 381 0 0
! LW 429 ggg 21(2)1 51;18 6(5)2 381 0 0
1 LY 429 gggzl 21(2)1 51;18 6(5)2 381 0 0
1 MP 429 ggg 21%1 51;18 6(5)2 381 0 0
L MR 429 ’ggg 21001 51;8 6(5)2 381 0 0
L MT 429 ?3)?21 21001 51;8 6(5)2 381 0 0
L MV 429 ?3)221 21%1 51;18 6(5)2 381 0 0
L MX 429 ggg 21(3)1 51;18 6(5)2 381 0 0
L M2 429 gggl 21001 51;18 6(5)2 381 0 0
L PN 429 rgggl 21C()1 51;18 6(5)2 381 0 0
L PP 429 rgggl 21C01 51;18 6(5)2 381 0 0
L PR 429 rgggl 21C()1 51;18 6(5)2 381 0 0
L P 426 ggZan 2(()?39 51;15 6(27 381 0 0
L PV 429 gggzl 21001 51;18 6(5?2 381 0 0
L PX 429 rggga; 21(2)1 51;18 6(5?2 381 0 0
L QM 421 ggzzl 2(%2 5§6 6(29 381 0 0
L QO 421 ggzaé%l 2(%2 5§6 6(29 381 0 0
L QQ 426 ”gggl 2(%9 51;15 651)8 381 0 0
L QS 421 ggflaSl 2(%2 51;16 651)9 381 0 0
! QU 421 ggflaél 2(%2 51;16 651)9 381 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
! QW 421 gggl 2()C;)2 51;16 629 381 0 0
! RM 426 gggl 2(%9 51;15 628 381 0 0
! RO 429 ggg;l 21(2)1 51;18 6(5)2 381 0 0
1 RQ 426 ggizl 2(%9 51;15 651)8 381 0 0
1 RS 426 gggl 20CS9 51;15 628 381 0 0
L RU 426 ggﬁlzl 20088 5?5 651)8 381 0 0
L RW 428 g(?)ut;’)l 2(%6 5?7 6(5)1 381 0 0
1| sL 25|t s s 6 8 0 0
L | SN 125 |t s s 65 a1 0 0
L sP 125 |t s s 6 a1 0 0
L | SR 25| s s sk a1 0 0
L ST 428 gg;l 2(%6 51;17 6(5)1 381 0 0
L SV 421 ggizl 2(%2 51;16 6(29 381 0 0
L TN 128 gggzl 20%6 51;17 6(5)1 381 0 0
L T 420 gggl 20089 51;15 6(28 381 0 0
L TR 421 ggz;;l 20(392 51;16 6(29 381 0 0
L T 426 gggl 2(%9 51;I5 6(28 381 0 0
L v 429 gggl 21(5)1 51;8 6(5)2 381 0 0
L X 421 ggzzl 20(392 51;16 651)9 381 0 0
L UN 429 ggga; 20(335 51;14 651)5 381 0 0
! up 429 ggga; 20(535 51;14 651)5 381 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
! UR 429 gggzl 20?35 51;14 625 381 0 0
! Ut 429 ggga; 2(%5 51;14 625 381 0 0
! uv 421 531381 2(%2 51;16 629 381 0 0
1 ux 426 ggizl 2(%9 51;15 651)8 381 0 0
1 VN 426 ggﬁl?’)l 2(?89 51;15 651)8 381 0 0
L VP 421 1321381 2OC92 51;6 629 381 0 0
L VR 428 ’ggt;’)l 2(%6 51;7 6(5)1 381 0 0
s 25|t s s 6 8 0 0
L Vv 429 gggl 21(2)1 51;18 6(5)2 381 0 0
L AR 429 gggl 21001 51;18 6(5)2 381 0 0
T T e S 0 0
L W 429 rgggzl 20085 51;14 6(25 381 0 0
L WR 421 r-i[’:gflzl 2(%2 51;16 6(29 381 0 0
L wI 429 rgggzl 28?35 51;14 6(25 381 0 0
L wv 429 rgggzl 2(%5 51;14 6(25 381 0 0
L wx 426 rgggl 2(?89 51;15 6(28 381 0 0
L NN 420 gggzl 2(%0 5121 6(??8 381 0 0
L NP 421 ggflzl 2(%2 51;6 6(29 381 0 0
L NR 421 ggzzl 20(3)2 51;16 651)9 381 0 0
L NT 426 r13251&31 20(539 51;15 651)8 381 0 0
! NV 429 ggg;l 21(5)1 51;18 6(5)2 381 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
L NX 426 gggl 20?39 51;15 628 381 0 0
L ON 425 gg?;;l 2(%5 51;14 625 381 0 0
L oP 426 gggl 2(%9 51;15 628 381 0 0
L OR 426 ggizl 2(%9 51;15 651)8 381 0 0
L ot 426 ggﬁl?’)l 2(?89 51;15 651)8 381 0 0
L OV 426 ’gggl 20089 51;5 628 381 ¥ 0
L OX 426 ’gggl 20089 51;5 628 381 ¥ 0
e Molecule 2 is a protein called Tubulin alpha chain.
Mol | Chain | Residues Atoms AltConf | Trace
2 AA 430 ggt;;l 21(2)3 516\;7 6(3)6 283 0 0
2 AC 433 ggg 21017 51;10 623 283 0 0
2 AR 439 gggil 21(4311 51;17 6(5)2 284 0 0
2 AG 433 13“;;?;1 21016 51;11 651)2 283 0 0
2| Al 80 i 7 o 0 0
2 | AK 8|0 o1 7 o ; 0
2 AM 430 gg;zl 21%3 5127 6(??6 283 0 0
2 BA 429 ggt;;l 2(%8 5126 6(??5 283 0 0
2 BE 429 r-gg;f;l 20098 51(\;6 6(??5 283 0 0
2 BG 430 rgg;zl 21C03 51(\SI7 6(??6 283 0 0
2 Bl 439 rgggzl 21041 51;17 6(5)2 284 0 0
2 BK 429 gg;zl 2(()?)8 5216 6(??5 283 0 0
Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
2 BM 430 gggl 21C(j)3 51(\317 6(;6 283 0 0
2 ¢ 439 TBEE)T 2121 51;17 6?2 2S4 0 0
2 CB 439 gggzl 21(311 51;17 6(5)2 2S4 0 0
2 Cb 439 gg;il 21(311 51;17 6(5)2 284 0 0
2 CF 430 335391 21(2)3 5127 6(3)6 283 0 0
2 ¢ 439 ’gggil 21041 5?7 6(5)2 2S4 0 0
2| Y 89| o s e o 0 0
2| L 89|y o s s o 0 0
2 b 430 ggt;;l 21%3 5127 6(??6 283 0 0
2 bB 430 gg;zl 21003 51(\517 6(??6 283 0 0
2 bb 430 gg;zl 21003 51(\;7 6(??6 283 0 0
2 bE 431 ggg;l 21007 51(\518 6(??9 283 0 0
2 bH 430 gg;zl 21C()2 51(\317 6(??6 283 0 0
2 b 430 gg;zl 21%3 52]7 6(??6 283 0 0
2 bL 430 gggzl 21003 5127 6(;6 283 0 0
2 EA 430 gggzl 21(2)3 5127 6(3?6 283 0 0
2 EC 439 gggil 21(311 51;I7 6(5)2 284 0 0
2 EE 432 ggﬁlzl 21012 5129 6(22 283 0 0
2 EG 433 rgggall 21014 51;10 651)4 2S3 0 0
2 k1 431 rli;gga; 21(5)7 51(\518 6(3)9 283 0 0
2 EK 431 ggga%l 21(5)7 51(\518 629 283 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
2 FA 439 gggzl 2121 51;17 6?2 2S4 0 0
2 FC 434 ggg%l 21019 51;11 627 283 0 0
2 FE 432 TB?Z? 21ClO 5129 621 283 0 0
2 FG 431 ggga?l 21(2)7 512518 6(?39 283 0 0
2 F 429 gg;zl 20%8 5126 6(3)5 283 0 0
2 FK 431 ggg;l 21CO7 51(\;8 6(3)9 283 0 0
2 GA 430 ’ggt;:)l 21C03 51f\3I7 6(??6 283 0 0
2 Ge 430 ?3)5?91 21%3 51f\317 6(??6 283 0 0
2 GE 431 gg??l 21%7 5128 6(??9 283 0 0
2 GG 430 gg;zl 21003 51(\;7 6(??6 283 0 0
2 GI 430 rgggzl 21003 51(\;7 6(??6 283 0 0
2 GK 430 rgg;zl 21003 51(\517 6(??6 283 0 0
2 HA 430 rgg;zl 21003 51(\317 6(??6 283 0 0
2 HC 430 gg;zl 21%3 52]7 6(??6 283 0 0
2 HE 439 rgggzl 21041 51;17 6(5?2 284 0 0
2 HG 432 gggl 21010 5129 6(21 283 0 0
2 HI 431 gggél 21(2)6 5128 6(??9 283 0 0
2 HK 432 gggl 21010 5129 6(21 283 0 0
2 HM 430 ril’:ggaél 21(5)3 52]7 626 283 0 0
2 IA 430 1;;;31 21(5)3 51;5]7 6(3)6 283 0 0
2 Ic 432 ggfla?)l 21010 51;5]9 651)1 283 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
2 e 439 gg ft)zl 2 Sl 1 51;17 6?2 2S4 0 0
2 1G 439 TB‘(; ft;jll 2 1C4 1 51;17 6?2 2S4 0 0
2 11 439 rgggzl 21(311 51;17 6(5)2 2S4 0 0
2 IK 430 gggzl 21(2)3 512517 6(?36 283 0 0
2 M 430 gg;zl 21(2)3 5127 6(3)6 283 0 0
2 J 439 rl:;gtg)il 21041 51;7 6(5)2 2S4 0 0
2| B 89| o s e o 0 ¥
2 D 430 gg;zl 21%3 51f\317 6(??6 283 0 0
2 ¥ 430 ggt;;l 21(2)3 5127 6(??6 283 0 0
2| M 82| o0 e ol 23 0 0
2| J 82| i o0 s oin 23 0 0
2| b 82| o0 s onn 23 0 0
2 N 439 ggtgzl 21C41 51;17 6(5)2 284 0 0
2 K 13 gggzl 2519 51;12 6(23 284 0 0
2 KB 439 gggzl 21041 51;17 6(5?2 284 0 0
2 KD 430 rgggl 21(3)3 5127 6(3?6 283 0 0
2 KE 439 gggil 21(311 51;I7 6(;2 284 0 0
2 KH 431 gggzl 21(5)6 5128 6(??8 283 0 0
2 KJ 432 ggzzl 21(?12 5129 651)2 2S3 0 0
2 KL 439 gggil 21(311 51;17 6(5)2 284 0 0
2 KN 439 gggzl 21(311 51;17 6(5)2 284 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
2 L 439 T3‘(§ ft;jll 2 Sl 1 51;17 6?2 284 0 0
2 LB 432 ggﬁl?il 21C12 51(\519 622 283 0 0
2 LD 429 g(?))t;;l 2(%7 516\;6 6(-;7 2S2 0 0
2 LE 439 gg gjll 2 Sl 1 51;17 6(5)2 284 0 0
2 LH 439 gg St;jll 2 Sl 1 51;17 6(5)2 284 0 0
2 LJ 439 ’gggjll 21041 51;7 6(5)2 2S4 0 0
2| LL 89| o s e o 0 0
2| LN 82| e i e ohr 23 0 0
2 MA 431 ggg;l 21(2)6 5128 6(??8 283 0 0
2| MC BT | o w5 ear o 0 0
2 | ME 86|y oin s ear o1 ¥ 0
2 MG 439 gggzl 21C41 51;17 6(5)2 284 0 0
2 MI 439 gggzl 21C41 51;17 6(5)2 284 0 0
2 MK 439 gggzl 2121 51;17 6(5)2 284 0 0
2 MM 431 gggzl 21006 5128 6(??8 283 0 0
2 NA 439 gggil 21(311 51;17 6(5?2 284 0 0
2 NC 439 gggil 21(311 51;17 6(5)2 284 0 0
2 NE 439 gggil 21(311 51;7 6(5)2 284 0 0
2 NG 439 gggil 21(311 51;17 6(5)2 2S4 0 0
2 NI 439 gggil 21(311 51;17 6(5)2 284 0 0
2 NK 439 gggzl 21(511 51;17 6(5)2 284 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
2 NM 439 gggzl 2121 51;17 6?2 2S4 0 0
2 OA 432 ggizl 21010 51(\519 621 283 0 0
2 0c 431 TB‘(;?;;I 21(2)7 516\;8 629 283 0 0
2 OF 431 ggga?l 21(2)7 512518 6(3)9 283 0 0
2 0G 439 gggil 21(511 51;17 6(5)2 2S4 0 0
2 O 430 gg;fgl 21003 51(\;7 6(3)6 283 0 0
2 OK 430 rl:;g;?)l 21003 51f\3I7 6(??6 283 0 0
I R vt 0 0
2 PA 430 ggt;;l 21%3 5127 6(??6 283 0 0
2 PC 431 gggf;l 21007 51(\;8 6(??9 283 0 0
2 PE 431 rggg;l 21007 51(\;8 6(??9 283 0 0
2 PG 439 ggtgzl 21041 51;17 6(’5?2 284 0 0
2 Pl 131 rggg;l 21CO7 51(\318 6(??9 283 0 0
2 PK 132 gggl 21?10 52]9 6(21 283 0 0
2 PM 432 rgggl 21010 5129 6(21 283 0 0
2 Q 439 rgggil 21(311 51;I7 6(5?2 284 0 0
2 QB 429 gg;zl 21(2)0 5126 6(??4 283 0 0
2 Qb 430 13:;;21 21(5)3 5127 6(??6 283 0 0
2 QF 430 gg;zl 21(5)3 5127 626 283 0 0
2 QH 439 1?:;;11 21(311 51;17 6(5)2 284 0 0
2 QJ 431 ggge;l 21(5)7 51(\518 629 283 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
2 QL 432 gggl 21C10 51(\319 621 283 0 0
2 R 439 ggft)zl 2121 51;17 6?2 2S4 0 0
2 RB 431 ggg;l 21(2)7 516\;8 629 283 0 0
2 RD 431 ggga?l 21(2)7 512518 6(3)9 283 0 0
2 RE 431 gg;)a?l 21%7 5128 6(3)9 283 0 0
2 R 430 ’gg;f;l 21003 51(\;7 6(3)6 283 ¥ 0
2 RJ 430 1?:3?91 21C03 51f\3I7 6(??6 283 ¥ 0
2 RL 431 ggg? 21%6 51f\318 6(??8 283 ¥ 0
2 SA 431 gg??l 21%7 5128 6(??9 283 0 0
2 5C 431 ggg;l 21006 51(\;8 6(??8 283 0 0
2 St 431 gggzl 21C()6 51(\;8 6(??8 283 0 0
2 SG 131 ggg;l 21CO7 51(\518 6(??9 283 0 0
2 o1 430 gg;zl 21C()3 51(\317 6(??6 283 0 0
2 oK 132 gggl 21010 52]9 651)1 283 0 0
2 TA 430 gggzl 21003 5127 6(;6 283 0 0
2 TC 428 rggiil 20(393 5125 6(3?4 282 0 0
2 TE 430 gg;zl 21(2)3 5127 6(??6 283 0 0
2 TG 131 ggg&}?l 21(5)7 5128 6(??9 283 0 0
2 T 430 gg;zl 21(5)3 5127 626 283 0 0
2 TR 433 ggga; 21017 51;10 651)3 283 0 0
2 UA 430 ggt;;l 21(5)3 5127 626 283 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
2 ue 429 gg;zl 20%7 51(\316 6(;7 2S2 0 0
2 UE 430 gggl 21CO3 51(\517 6(;6 283 0 0
2 va 431 TB‘(;?;;I 21(2)7 516\;8 629 283 0 0
2 Ul 430 gg;zl 21(2)3 512517 6(3)6 283 0 0
2 UK 430 335391 21(2)3 5127 6(3)6 283 0 0
2 VA 431 ’g(?zg;l 21007 51(\;8 6(3)9 283 ¥ 0
2 Ve 431 ’gg??l 21007 5128 6(??9 283 ¥ 0
2 VE 431 iggg;l 21%7 5128 6(??9 283 ¥ 0
2 va 431 C?Eg??l 21%7 5128 6(??9 283 0 0
2 Vi 432 gggl 21009 51(\519 6(21 283 0 0
2 VK 430 gg;zl 21003 51(\;7 6(??6 283 0 0
> o | | e o e o 0 0
2 WA 439 gggzl 21C41 51;17 6(532 284 0 0
2 we 131 rggg;l 21%7 52]8 6(??9 283 0 0
2 WE 439 rgggzl 21041 51;17 6(5?2 284 0 0
2 wa 131 rgg;l 21(2)7 5128 6(3?9 283 0 0
2 Wi 439 gggil 21(311 51;I7 6(5)2 284 0 0
2 WK 131 gg?; 21(5)7 5128 6(??9 283 0 0
2 WM 439 gggil 21(311 51;17 6(5)2 2S4 0 0
2 AO 433 gggzl 21017 51;10 651)3 283 0 0
2 AQ 439 gggzl 21(311 51;17 6(5)2 284 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
2 AS 433 gggl 21016 51;11 622 283 0 0
2 AU 439 ggft)zl 2121 51;17 6?2 2S4 0 0
2 AW 439 gggzl 21(311 51;17 6(5)2 2S4 0 0
2 AY 430 gg;zl 21(2)3 512517 6(3)6 283 0 0
2 BO 430 gggzl 21%3 5127 6(3)6 283 0 0
2 BQ 429 gg;a; 2(%8 5126 6(3)5 283 0 0
2 B3 430 1?:35391 21003 5127 6(??6 283 0 0
2| BV 89|y o s s o 0 0
2 BW 429 gg;zl 2(%8 5126 6(??5 283 0 0
2 BY 430 ggt;;l 21003 51(\;7 6(??6 283 0 0
2 CN 439 rgggil 21041 51;17 6(’5?2 284 0 0
2 cP 439 rgggzl 21041 51;17 6(’5?2 284 0 0
2 CR 430 gg;zl 21C()3 51(\317 6(??6 283 0 0
2 T 439 gggzl 2121 51;17 6(;2 284 0 0
2 cv 439 gggzl 21041 51;17 6(5?2 284 0 0
2 X 439 rgggil 21(311 51;17 6(5?2 284 0 0
2 DN 430 gg;zl 21(2)3 5127 6(??6 283 0 0
2 bp 430 gggl 21(5)3 516\;7 6(??6 283 0 0
2 DR 431 rgg?’;l 21(5)7 5128 629 283 0 0
2 DT 430 1?:;;&81 21(5)2 51(\517 6(3)6 283 0 0
2 bv 430 ggt;;l 21(5)3 51(\517 626 283 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
2 bX 430 ggt;g 21C(])3 516\517 6(3)6 283 0 0
2 EM 430 ggt;:)l 21CO3 51(\517 6(3)6 283 0 0
2 EO 439 rgg gzl 2 1(31 1 51;17 6(5)2 2S4 0 0
2 EQ 432 ggi%l 21012 512519 651)2 283 0 0
2 ES 433 gg t5?l 2 1Cl4 51;10 651)4 283 0 0
2 EU 431 ggg;l 21007 51(\;8 6(3)9 283 0 0
2 EW 431 gg??l 21007 5128 6(??9 283 0 0
2 | FM 89|y o s s o 0 0
2| O BU | g om0 sm air 23 0 0
2| FQ 82| o0 s onn 23 0 0
2 FS 431 ggg;l 21007 51(\;8 6(??9 283 0 0
2 kU 429 gg;zl 2(%8 51(\516 6(??5 283 0 0
2 bW 131 ggg;l 21007 51(\;8 6(??9 283 0 0
2 GM 430 gggzl 21%3 5127 6(??6 283 0 0
2 GO 430 gggzl 21003 5127 6(;6 283 0 0
2 GQ 431 rggg;l 21(2)7 5128 6(3?9 283 0 0
2 GS 430 gg;zl 21(3)3 5127 6(??6 283 0 0
2 GU 430 gggl 21(5)3 5127 6(??6 283 0 0
2 GW 430 gg;zl 21(5)3 5127 626 2S3 0 0
2 HO 430 lz;gt;él 21(5)3 51(\5]7 6(3)6 283 0 0
2 HQ 439 gggzl 21(311 51;17 6(5)2 284 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
2 HS 432 g‘;gl 21010 51(\319 621 283 0 0
2 HU 431 ggg%l 21CO6 51(\518 6(;9 283 0 0
2 HW 432 TB‘(;ES)I 21ClO 516\;9 621 283 0 0
2 HY 430 gg;zl 21(2)3 512517 6(3)6 283 0 0
2 10 432 ggﬁl?’)l 21010 5129 651)1 283 0 0
2 1Q 439 ’gggil 21041 5?7 6(5)2 2S4 0 0
2| B 89| o s e o 0 0
2| U 89|y o s s o 0 0
2 W 430 ggt;;l 21%3 5127 6(??6 283 0 0
2 Y 430 gg;zl 21003 51(\517 6(??6 283 0 0
2 P 430 gg;zl 21003 51(\;7 6(??6 283 0 0
2 IR 430 gg;zl 21003 51(\517 6(??6 283 0 0
2 JT 432 rgggl 21010 51(\319 6(20 283 0 0
2 IV 132 rgggl 21(?10 52]9 651)1 283 0 0
2 IR 432 rgggl 21010 5129 6(21 283 0 0
2 12 439 rgggil 21(311 51;17 6(5?2 284 0 0
2 Kp 430 gg;zl 21(2)3 5127 6(??6 283 0 0
2 KR 439 gggil 21(311 5?7 6(5)2 284 0 0
2 KT 431 gggzl 21(5)6 5128 628 283 0 0
2 KV 432 1?:;51&61 21012 51(\519 651)2 283 0 0
2 KX 439 gggzl 21(311 51;17 6(5)2 284 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
2 Kz 439 gg ft)zl 2 1le 1 51;17 6?2 284 0 0
2 LP 429 ggt;;l 2(%7 51(\516 6(3)7 2S2 0 0
2 LR 439 rgg gzl 2 1(31 1 51;17 6(5)2 2S4 0 0
2 LT 439 gg ;Zl 2 Sl 1 51;17 6(5)2 284 0 0
2 LV 439 gg t9illl 2 Sl 1 51;17 6(5)2 284 0 0
2 Lx 439 ’gggil 21041 51;7 6(5)2 2S4 0 0
2| L2 82| e o e a1 23 0 0
2| MO BT | g ous s ear o 0 0
2| MO | a3 | g oy s e o 0 0
2 MS 439 gggil 21041 51;17 6(5)2 284 0 0
2 MU 439 gggil 21041 51;17 6(5)2 284 0 0
2 MW 439 rgggzl 21041 51;17 6(5)2 284 0 0
2 MY 131 rggggl 21006 51(\;8 6(??8 283 0 0
2 PO 131 ggg;l 21%7 5128 6(??9 283 0 0
2 PQ 431 g;;l 21007 5128 6(;9 283 0 0
2 PS 439 rgggil 21(311 51;17 6(5?2 284 0 0
2 PU 431 ggg;l 21(3)7 5128 6(??9 283 0 0
2 PW 432 gggl 21010 5129 6(21 283 0 0
2 Py 432 ggzzl 21010 5129 651)1 2S3 0 0
2 QN 429 ggga; 21(5)0 51(\5]6 6(3)4 283 0 0
2 QP 430 gggl 21(5)3 5127 6;)6 283 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
2 QR 430 gggl 21C(])3 51(\317 6(;6 283 0 0
2 QT 439 ggft)zl 2121 51;17 6?2 2S4 0 0
2 Qv 431 ggg;l 21(2)7 516\;8 629 283 0 0
2 QX 432 gggl 21010 512519 651)1 283 0 0
2 RN 431 gg;)a?l 21%7 5128 6(3)9 283 0 0
2 RP 431 ggg;l 21007 51(\;8 6(3)9 283 ¥ 0
2 RR 431 ’gg??l 21CO7 51f\3I8 6(??9 283 ¥ 0
2 RE 430 ggtzzl 21%3 51f\317 6(??6 283 ¥ 0
2 RV 430 ggt;;l 21%3 5127 6(??6 283 0 0
2 RX 431 ggg;l 21006 51(\;8 6(??8 283 0 0
2 SM 431 ggg;l 21CO7 51(\;8 6(??9 283 0 0
2 50 131 ggg;)l 21C()6 51(\518 6(??8 283 0 0
2 5Q 131 ggg?)l 21CO6 51(\318 6(??8 283 0 0
2 55 131 ggg;l 21%7 52]8 6(??9 283 0 0
2 SU 430 gggzl 21003 5127 6(;6 283 0 0
2 SW 432 gggl 21010 5129 6(21 283 0 0
2 M 430 gg;zl 21(2)3 5127 6(??6 283 0 0
2 TO 428 ggtlil 2(%3 5125 6(??4 282 0 0
2 TQ 430 gg;zl 21(5)3 5127 626 283 0 0
2 TS 131 ggga%l 21(5)7 51(\518 6(3)9 283 0 0
2 Tu 430 ggt;;l 21(5)3 5127 626 283 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
2 W 433 1?:3;1 21017 51;10 623 283 0 0
2 UM 430 ggt;:)l 21C03 51(\517 6(3)6 283 0 0
2 vo 429 g(?))t;;l 2(%7 516\;6 6(-;7 2S2 0 0
2 vQ 430 gg;zl 21(2)3 51;5]7 6(?36 283 0 0
2 US 431 gg;l 21%7 5128 6(3)9 283 0 0
2 vu 430 ’ggt;)l 21003 5127 6(3)6 283 ¥ 0
2 Uw 430 1?:35391 21003 516\3I7 6(?36 283 ¥ 0
2 VO 431 igggz;l 21%7 516\318 6(??9 283 ¥ 0
2 vQ 431 gg??l 21(2)7 5128 6(??9 283 0 0
2 VS 431 ggg;l 21007 51(\SI8 6(??9 283 0 0
2 vu 432 gggl 21009 51(\519 6(21 283 0 0
2 VW 430 gg;zl 21C()3 51(\517 6(??6 283 0 0
2 VY 13 ggg%l 21019 51;11 6(437 283 0 0
2 WO 131 ggg;l 21%7 5128 6(??9 283 0 0
2 wQ 439 rgggzl 21041 51;17 6(5?2 284 0 0
2 WS 131 rggg;l 21(2)7 5128 6(3?9 283 0 0
2 wu 439 gggil 21(311 51;17 6(5)2 284 0 0
2 Ww 131 ”l?:gg;l 21(5)7 5128 6(??9 283 0 0
2 WY 439 gggil 21(311 51;17 6(5)2 2S4 0 0
2 NO 439 gggil 21(311 51;17 6(5)2 284 0 0
2 NQ 439 gggzl 21(511 51;17 6(5)2 284 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
2 NS 439 ggft)zl 21le1 51;17 6?2 2S4 0 0
2 NU 439 ggft)zl 21%11 51;17 622 2S4 0 0
2 NW 439 gggzl 21(311 51;17 6(5)2 2S4 0 0
2 NY 439 gggil 21(4311 51;17 6(5)2 284 0 0
2 00 431 ggg;l 21%7 5128 6(3)9 283 0 0
2 0Q 431 132;1 21007 5128 6(3)9 283 ¥ 0
2] O 8|0 i o ; 0
2 o 430 ggg%l 21%3 51(\317 6(??6 283 ¥ 0
2 oW 430 ggt;;l 21(2)3 5127 6(??6 283 0 0
2| OY B0 ons 50 61 s 0 0
e Molecule 3 is a protein called CFAP20.

Mol | Chain | Residues Atoms AltConf | Trace
S| X 1520 g o4 om0 ) 0 0
3] XA 1520 g o1 om0 1) 0 !
5| *B 1500 g o1 om0 ) 0 !
3 | X 1520 g a1 9m0 ) 0 !
5| XD 1500 o5 a1 9m0 ) 0 !
3 XE 183 111(5);%1 9(625 2124 2?0 181 0 0
3 XF 183 111(5)3?)1 9(;5 2124 2(7)O 181 0 0
3 XG 183 ?gi%l 9(6]5 2124 2(7)O 181 0 0
3 XH 183 11123?31 9(6]5 2124 2(7)0 1S1 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
3 XI 183 ?gtl?)l 9%15 21(\314 2(7)0 181 0 0
3 X 183 ??1%1 9%15 21(\314 2(7)0 181 0 0
3 XK 183 ?gtlé(%)l 9%15 216\314 2(7)() 181 0 0
s AL 183 rf?l%l 9%5 21(214 2(7)() 181 0 0
e Molecule 4 is a protein called PACRGA.
Mol | Chain | Residues Atoms AltConf | Trace
4 XM 259 ggigl 13C()7 3120 3(7)0 2 0 0
4 X0 260 28 f’)zl 13C1 1 31(\311 3?3 2 0 0
4 XQ 260 g(())gl 1301 1 31(\311 3?3 2 0 0
4 AR 260 g(())g%l 1??13 3124 3?1 2 0 0
4 XL 260 g(())gzl 13C1 1 3121 3?3 2 0 0
4 AV 260 rggt;’)l 13Cl 1 312511 3(7)3 2 0 0
T T e P 0 0
e Molecule 5 is a protein called PACRGB.
Mol | Chain | Residues Atoms AltConf | Trace
g XN 269 g(itlzl 13C59 31(\516 324 g 0 0
g XP 269 g(itﬁal 1??59 31(\516 324 g 0 0
g XS 269 g(itlzl 1?%9 316\;6 324 g 0 0
g XU 269 rg(itlzl 13C59 31;5]6 3(834 g 0 0

e Molecule 6 is a protein called CCDCS8I.
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Mol | Chain | Residues Atoms AltConf | Trace
0 0A 251 1;8811 12061 31§9 3(7)1 1S3 0 0
0 0 251 gggzl 12061 31§9 3(7)1 183 0 0
0 0B 251 gggzl 12061 31§9 3(7)1 183 0 0
e Molecule 7 is a protein called CFAP21.
Mol | Chain | Residues Atoms AltConf | Trace
7 0C 121 1;)0?? 1 534 1219 128 ASL 0 0
7 b 354 g?;?’)l 1(%3 415\;2 527 181 0 0
7 OF 354 1;;;&31 1(%3 415\;2 5(3)7 181 0 0
e Molecule 8 is a protein called CFAP45.
Mol | Chain | Residues Atoms AltConf | Trace
8 OF 176 ?Zgzl 8(5]9 228 2(50 182 0 0
8 ol 289 rggg&;)l 1521 41;11 4(5?9 188 0 0
8 OH 349 gggzl 1;]72 51:9]6 5C7)O 187 0 0
s oo | o 16 4 i o |0
8 A 226 rfg gaél 1 1(317 31;19 3(7)3 s 0 0
8 0G dd4 ggtlall 22021 71§1 7(1)8 281 0 0
8 0] 449 g(;t;; 22055 71;]4 7(2)7 281 0 0
e Molecule 9 is a protein called CFAP52.
Mol | Chain | Residues Atoms AltConf | Trace
9 OL 624 Z(;ge;l 29073 8124 9(88 382 0 0
9 oM 624 Z??Zl 29(;73 8124 988 382 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
9 ON 624 Z(;g;l 29C73 814\114 988 3S2 0 0
9 00 624 Z(;t;;l 29C73 8124 988 3S2 0 0
9 op 624 Z(;t;;l 29C73 8124 988 382 0 0
) 0Q 624 Z(;t;?l 29C73 811\114 9(58 382 0 0
) OB 310 rggt;?l 1582 411]6 451)5 1S4 0 0

e Molecule 10 is a protein called CFAP53.

Mol | Chain | Residues Atoms AltConf | Trace
10 OR 309 g(()i t2a8l 1 5C7 9 515\;5 581 1S3 0 0
10 T 221 rfgt;jll 1 1(518 316\310 3C5)9 s 0 0
10 08 460 gg 8381 2 3C7 0 71;19 723 1S6 0 0

e Molecule 11 is a protein called CFAP67A.

Mol | Chain | Residues Atoms AltConf | Trace
1 ou 333 gg t7?)1 1 (?2 1 41§7 485 1S7 0 0
1 oV 333 gg t7(?)1 1 (SZ 1 41?\}7 485 1S7 0 0

e Molecule 12 is a protein called CFAPG7B.

Mol | Chain | Residues Atoms AltConf | Trace
12 oW 339 gggzl 1(517 4157 5(81 QSO 0 0
12 0% 339 ggtgaél 1(517 4157 581 280 0 0

e Molecule 13 is a protein called CFAP106A.

Mol | Chain | Residues Atoms AltConf | Trace

13 oY 233 112;%1 1 1052 31;4 3(25 g 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
13 0z 235 ?ggl 11%0 31§7 327 2 0 0
131 0a 233 Eggﬁ, 15%2 égé 32% E 0 0
13 0b 235 ?‘;Z‘; 11%0 3§7 327 § 0 0

e Molecule 14 is a protein called CFAP106B.

Mol | Chain | Residues Atoms AltConf | Trace
S 257 Eggﬁ’ 1521 ;ﬁ} 52; S 0 0
14 0d 265 g(it;)l 13C59 31;18 4(84 S 0 0
S 205 g?g3> 1§é9 é@é ;84 S 0 0

e Molecule 15 is a protein called CFAP107.

Mol | Chain | Residues Atoms AltConf | Trace

15 of 160 Total C N O S 0 0

1257 783 222 241 11

Total C N O S
15 O 160 1257 783 222 241 11 0 0

Total C N O S
15 Oh 30 218 137 34 46 1 0 0

e Molecule 16 is a protein called CFAP115.

Mol | Chain | Residues Atoms AltConf | Trace

. Total C N O S
16 Oi 180 1463 930 264 263 6 0 0

) Total C N O S
16 0j 688 5411 3423 987 975 26 0 0

Total C N O S
16 ol 640 5045 3192 918 914 21 0 0

Total C N O S
16 Ok 710 5599 3537 1026 1009 27 0 0

e Molecule 17 is a protein called CFAP127.
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Mol | Chain | Residues Atoms AltConf | Trace
17 Om 142 ?(igaél 7(034 21;10 2(2)7 ASL 0 0
171 On 406 gg;asl 20054 6128 6(5)4 182 0 0
171 0 406 g;g;l 20054 6128 6(5)4 182 0 0
17 | 9cC 20 ol O 0 0
e Molecule 18 is a protein called CFAP141.
Mol | Chain | Residues Atoms AltConf | Trace
18 Op 108 gootgl 5(5]7 11;17 1((?9 § 0 0
181 0 108 Tgootgl 5(537 11;17 129 2 0 0
e Molecule 19 is a protein called CFAP143.
Mol | Chain | Residues Atoms AltConf | Trace
1 O 204 58531 12046 31;16 386 1S5 0 0
19 0 254 38531 12046 3§6 386 1S5 0 0
e Molecule 20 is a protein called CFAP161.
Mol | Chain | Residues Atoms AltConf | Trace
20 ot 262 ggg;l 12098 315\)18 3(8)8 188 0 0
201 Ou 227 ?7)2%1 11017 31(\)16 3(3?0 1S6 0 0
20 b 227 111%%1 11?17 31(\)16 3(3?0 186 0 0
e Molecule 21 is a protein called CFAP210.
Mol | Chain | Residues Atoms AltConf | Trace
2 0w 449 gitfél 22C42 71:111 7C2)4 g ¥ 0
2b) v 3 T;g; 1 3(531 111]5 1(1)6 0 0
Continued on next page...
sPrpe
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Mol | Chain | Residues Atoms AltConf | Trace
21 Oy 1 TgootgLl 5?6 11;15 1(7)2 § 0 0
2| Ox 490 Z(())gl 2255 81(\)IQ 7(9)2 1So 0 0
e Molecule 22 is a protein called DMIP5.

Mol | Chain | Residues Atoms AltConf | Trace
22| e 143 ?igaol 7(116 21;10 2(1)9 ? 0 0
22 v 180 ?Zgil 9?5 21;18 2(;1 g 0 0
22 K 206 ?2;?)1 1(%1 3§2 3(1)5 182 0 0
22 2A 143 ?Ig;l 7?5 21;0 2(1)7 ? 0 0
22 ly 180 ?Zgil 9?5 21;18 2(5?1 g 0 0
22| 1z 206 ?Z’;%l 1(%1 31;2 3(1)5 1S2 0 0
e Molecule 23 is a protein called RIB43.

Mol | Chain | Residues Atoms AltConf | Trace
23 1A 270 5(2);?51 1?390 4119 4(3)6 181 0 0
23 1k 362 ggf”)?)l 18055 5150 580 1S5 0 0
23 1G & TG‘SO?)t; 1 3?7 11;10 1(2)4 ASL 0 0
23 1K 362 g(())t;)l 15%5 51;0 580 1S5 0 0
23 1B 348 g‘;gl 17(396 51;14 5(6)8 185 0 0
e Molecule 24 is a protein called RIB72A.

$roe
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Mol | Chain | Residues Atoms AltConf | Trace
24 1 588 Z(()ig;l 2567 811]2 980 1S9 0 0
24 1 659 E(Q)gaél 3??26 91;0 1(%3 287 0 0
24 1J 670 Egt;;)’l 3??7 2 9110 1()018 286 0 0
24 1K 588 Z(()ift;;l 29%6 811]2 980 189 0 0
24 1L 659 Egt%l 33026 91;IO 1(%3 287 0 0
24 IM 670 Egg?il 3307 2 914\110 1(?18 2S6 0 0
24 IN 588 Zgg;l 29C66 81112 9(80 189 0 0

e Molecule 25 is a protein called RIB72B.

Mol | Chain | Residues Atoms AltConf | Trace
25 10 710 E(;gil 3(?14 1(1)\;1 1(%6 QSO 0
25 1P 710 E(;;l 3(?14 1(1)\;1 1(%6 280 0

e Molecule 26 is a protein called RIB72C.

Mol | Chain | Residues Atoms AltConf | Trace
26 1Q 655 E(Q)gl 33?23 9157 9(228 285 0
26 IR 655 E(Q)gai%l 3??23 9157 9;)8 2S5 0

e Molecule 27 is a protein called RIB72D.

Mol | Chain | Residues Atoms AltConf | Trace
27 15 726 rgggzl 36%6 1(1)\;9 1(?76 SS3 0 0
27 1T 726 rgggil 36(396 1(1)\;9 1(?76 SS3 0 0
27 oL 222 rl;‘;g? 1 1025 31115 325 182 0 0

e Molecule 28 is a protein called STOP family protein.
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Mol | Chain | Residues Atoms AltConf | Trace
28 v 120 Tgogl 534 11;5]2 121 ? 0 0
28 v 168 f?t@f 8(233 21:\310 2(5)0 180 0 0
28 1X 120 Tgogl 534 11;5]2 121 ? 0 0
28 la o7 EOIQI 2(7]9 513\(1) 321 2 0 0
28 b 168 f@tﬁ 8(233 21;10 2(5)0 180 0 0
28 1d 120 Tgogl 534 1212 1(5?1 g 0 0
28 le 168 fii@l 8§3 21;,10 2(5)0 180 0 0
28 lg 120 gozfgl 534 11(\3]2 1(5?1 2 0 0
v | w | moros |,
28 | 12 169 f;;,l 8(;9 21;]7 2(;2 ? 0 0
28 1 e 168 ?3331 8(;3 21;]0 2(5)0 180 0 0
28 | 9K 35 goggl 1((;2 é\g) z% g 0 0
28| MU 48 1;)0;?1 229 é\ls (?9 g 0 0
28 |l 195 ?2);&81 7(637 21114 220 ? 0 0
28 | 4X 188 ?ZZI 9(2]7 21;5 2(33 S 0 0
28 | 4W 222 ?7)51&21 10095 31(\)14 3(3?2 1S1 0 0
28 1Y 241 ?ggzl 11(;8 31374 3(20 181 0 0
28 th 229 ?%Zl 11032 311]3 322 1S1 0 0

There are 342 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
1U 52 LEU ILE conflict UNP A0A504XB09
10 83 GLU ASP conflict UNP A0A504XB09

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
1U 86 GLN LYS conflict UNP A0A504XB09
1U 128 ALA THR conflict UNP A0A504XB09
1U 139 ARG PRO conflict UNP A0A504XB09
1U 171 THR ALA conflict UNP A0A504XB09
1U 186 ASN SER conflict UNP A0A504XB09
1U 192 PRO GLN conflict UNP A0A504XB09
1U 206 THR VAL conflict UNP A0A504XB09
1U 207 LYS GLN conflict UNP A0A504XB09
1U 209 ILE VAL conflict UNP A0A504XB09
1U 220 ALA THR conflict UNP A0A504XB09
1U 221 SER VAL conflict UNP A0A504XB09
1U 223 SER GLU conflict UNP A0A504XB09
1U 230 VAL MET conflict UNP A0A504XB09
1U 239 THR ALA conflict UNP A0A504XB09
1U 243 ILE THR conflict UNP A0A504XB09
1U 252 ILE LEU conflict UNP A0A504XB09
1V 52 LEU ILE conflict UNP A0A504XB09
1V 83 GLU ASP conflict UNP A0A504XB09
1V 86 GLN LYS conflict UNP A0A504XB09
1V 128 ALA THR conflict UNP A0A504XB09
1Y 139 ARG PRO conflict UNP A0A504XB09
1V 171 THR ALA conflict UNP A0A504XB09
1V 186 ASN SER conflict UNP A0A504XB09
1V 192 PRO GLN conflict UNP A0A504XB09
1V 206 THR VAL conflict UNP A0A504XB09
1V 207 LYS GLN conflict UNP A0A504XB09
1V 209 ILE VAL conflict UNP A0A504XB09
1V 220 ALA THR conflict UNP A0A504XB09
1V 221 SER VAL conflict UNP A0A504XB09
1V 223 SER GLU conflict UNP A0A504XB09
IAY 230 VAL MET conflict UNP A0A504XB09
1V 239 THR ALA conflict UNP A0A504XB09
1V 243 ILE THR conflict UNP A0A504XB09
1V 252 ILE LEU conflict UNP A0A504XB09
1X 52 LEU ILE conflict UNP A0A504XB09
1X 83 GLU ASP conflict UNP A0A504XB09
1X 86 GLN LYS conflict UNP A0A504XB09
1X 128 ALA THR conflict UNP A0A504XB09
1X 139 ARG PRO conflict UNP A0A504XB09
1X 171 THR ALA conflict UNP A0A504XB09
1X 186 ASN SER conflict UNP A0A504XB09
1X 192 PRO GLN conflict UNP A0A504XB09

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
1X 206 THR VAL conflict UNP A0A504XB09
1X 207 LYS GLN conflict UNP A0A504XB09
1X 209 ILE VAL conflict UNP A0A504XB09
1X 220 ALA THR conflict UNP A0A504XB09
1X 221 SER VAL conflict UNP A0A504XB09
1X 223 SER GLU conflict UNP A0A504XB09
1X 230 VAL MET conflict UNP A0A504XB09
1X 239 THR ALA conflict UNP A0A504XB09
1X 243 ILE THR conflict UNP A0A504XB09
1X 252 ILE LEU conflict UNP A0A504XB09
la 52 LEU ILE conflict UNP A0A504XB09
la 83 GLU ASP conflict UNP A0A504XB09
la 86 GLN LYS conflict UNP A0A504XB09
la 128 ALA THR conflict UNP A0A504XB09
la 139 ARG PRO conflict UNP A0A504XB09
la 171 THR ALA conflict UNP A0A504XB09
la 186 ASN SER conflict UNP A0A504XB09
la 192 PRO GLN conflict UNP A0A504XB09
la 206 THR VAL conflict UNP A0A504XB09
la 207 LYS GLN conflict UNP A0A504XB09
la 209 ILE VAL conflict UNP A0A504XB09
la 220 ALA THR conflict UNP A0A504XB09
la 221 SER VAL conflict UNP A0A504XB09
la 223 SER GLU conflict UNP A0A504XB09
la 230 VAL MET conflict UNP A0A504XB09
la 239 THR ALA conflict UNP A0A504XB09
la 243 ILE THR conflict UNP A0A504XB09
la 252 ILE LEU conflict UNP A0A504XB09
1b 52 LEU ILE conflict UNP A0A504XB09
1b 83 GLU ASP conflict UNP A0A504XB09
1b 86 GLN LYS conflict UNP A0A504XB09
1b 128 ALA THR conflict UNP A0A504XB09
1b 139 ARG PRO conflict UNP A0A504XB09
1b 171 THR ALA conflict UNP A0A504XB09
1b 186 ASN SER conflict UNP A0A504XB09
1b 192 PRO GLN conflict UNP A0A504XB09
1b 206 THR VAL conflict UNP A0A504XB09
1b 207 LYS GLN conflict UNP A0A504XB09
1b 209 ILE VAL conflict UNP A0A504XB09
1b 220 ALA THR conflict UNP A0A504XB09
1b 221 SER VAL conflict UNP A0A504XB09
1b 223 SER GLU conflict UNP A0A504XB09

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
1b 230 VAL MET conflict UNP A0A504XB09
1b 239 THR ALA conflict UNP A0A504XB09
1b 243 ILE THR conflict UNP A0A504XB09
1b 252 ILE LEU conflict UNP A0A504XB09
1d 52 LEU ILE conflict UNP A0A504XB09
1d 83 GLU ASP conflict UNP A0A504XB09
1d 86 GLN LYS conflict UNP A0A504XB09
1d 128 ALA THR conflict UNP A0A504XB09
1d 139 ARG PRO conflict UNP A0A504XB09
1d 171 THR ALA conflict UNP A0A504XB09
1d 186 ASN SER conflict UNP A0A504XB09
1d 192 PRO GLN conflict UNP A0A504XB09
1d 206 THR VAL conflict UNP A0A504XB09
1d 207 LYS GLN conflict UNP A0A504XB09
1d 209 ILE VAL conflict UNP A0A504XB09
1d 220 ALA THR conflict UNP A0A504XB09
1d 221 SER VAL conflict UNP A0A504XB09
1d 223 SER GLU conflict UNP A0A504XB09
1d 230 VAL MET conflict UNP A0A504XB09
1d 239 THR ALA conflict UNP A0A504XB09
1d 243 ILE THR conflict UNP A0A504XB09
1d 252 ILE LEU conflict UNP A0A504XB09
le 52 LEU ILE conflict UNP A0A504XB09
le 83 GLU ASP conflict UNP A0A504XB09
le 86 GLN LYS conflict UNP A0A504XB09
le 128 ALA THR conflict UNP A0A504XB09
le 139 ARG PRO conflict UNP A0A504XB09
le 171 THR ALA conflict UNP A0A504XB09
le 186 ASN SER conflict UNP A0A504XB09
le 192 PRO GLN conflict UNP A0A504XB09
le 206 THR VAL conflict UNP A0A504XB09
le 207 LYS GLN conflict UNP A0A504XB09
le 209 ILE VAL conflict UNP A0A504XB09
le 220 ALA THR conflict UNP A0A504XB09
le 221 SER VAL conflict UNP A0A504XB09
le 223 SER GLU conflict UNP A0A504XB09
le 230 VAL MET conflict UNP A0A504XB09
le 239 THR ALA conflict UNP A0A504XB09
le 243 ILE THR conflict UNP A0A504XB09
le 252 ILE LEU conflict UNP A0A504XB09
1g 52 LEU ILE conflict UNP A0A504XB09
lg 83 GLU ASP conflict UNP A0A504XB09

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
1g 86 GLN LYS conflict UNP A0A504XB09
g 128 ALA THR conflict UNP A0A504XB09
1g 139 ARG PRO conflict UNP A0A504XB09
1g 171 THR ALA conflict UNP A0A504XB09
lg 186 ASN SER conflict UNP A0A504XB09
g 192 PRO GLN conflict UNP A0A504XB09
1g 206 THR VAL conflict UNP A0A504XB09
1g 207 LYS GLN conflict UNP A0A504XB09
1g 209 ILE VAL conflict UNP A0A504XB09
1g 220 ALA THR conflict UNP A0A504XB09
1g 221 SER VAL conflict UNP A0A504XB09
g 223 SER GLU conflict UNP A0A504XB09
lg 230 VAL MET conflict UNP A0A504XB09
1g 239 THR ALA conflict UNP A0A504XB09
1g 243 ILE THR conflict UNP A0A504XB09
1g 252 ILE LEU conflict UNP A0A504XB09
4V 52 LEU ILE conflict UNP A0A504XB09
4V 83 GLU ASP conflict UNP A0A504XB09
4V 86 GLN LYS conflict UNP A0A504XB09
4V 128 ALA THR conflict UNP A0A504XB09
4V 139 ARG PRO conflict UNP A0A504XB09
4V 171 THR ALA conflict UNP A0A504XB09
4V 186 ASN SER conflict UNP A0A504XB09
4V 192 PRO GLN conflict UNP A0A504XB09
4V 206 THR VAL conflict UNP A0A504XB09
4V 207 LYS GLN conflict UNP A0A504XB09
4V 209 ILE VAL conflict UNP A0A504XB09
4V 220 ALA THR conflict UNP A0A504XB09
4V 221 SER VAL conflict UNP A0A504XB09
4V 223 SER GLU conflict UNP A0A504XB09
4V 230 VAL MET conflict UNP A0A504XB09
4V 239 THR ALA conflict UNP A0A504XB09
4V 243 ILE THR conflict UNP A0A504XB09
4V 252 ILE LEU conflict UNP A0A504XB09
1w 52 LEU ILE conflict UNP A0A504XB09
1W 83 GLU ASP conflict UNP A0A504XB09
1W 86 GLN LYS conflict UNP A0A504XB09
1w 128 ALA THR conflict UNP A0A504XB09
1W 139 ARG PRO conflict UNP A0A504XB09
1w 171 THR ALA conflict UNP A0A504XB09
1W 186 ASN SER conflict UNP A0A504XB09
1w 192 PRO GLN conflict UNP A0A504XB09

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
1W 206 THR VAL conflict UNP A0A504XB09
1W 207 LYS GLN conflict UNP A0A504XB09
1W 209 ILE VAL conflict UNP A0A504XB09
1W 220 ALA THR conflict UNP A0A504XB09
1W 221 SER VAL conflict UNP A0A504XB09
1w 223 SER GLU conflict UNP A0A504XB09
1W 230 VAL MET conflict UNP A0A504XB09
1w 239 THR ALA conflict UNP A0A504XB09
1W 243 ILE THR conflict UNP A0A504XB09
1W 252 ILE LEU conflict UNP A0A504XB09
17 52 LEU ILE conflict UNP A0A504XB09
17 83 GLU ASP conflict UNP A0A504XB09
17 86 GLN LYS conflict UNP A0A504XB09
17 128 ALA THR conflict UNP A0A504XB09
17 139 ARG PRO conflict UNP A0A504XB09
17 171 THR ALA conflict UNP A0A504XB09
17 186 ASN SER conflict UNP A0A504XB09
17 192 PRO GLN conflict UNP A0A504XB09
17 206 THR VAL conflict UNP A0A504XB09
17 207 LYS GLN conflict UNP A0A504XB09
17 209 ILE VAL conflict UNP A0A504XB09
17 220 ALA THR conflict UNP A0A504XB09
17 221 SER VAL conflict UNP A0A504XB09
17 223 SER GLU conflict UNP A0A504XB09
17 230 VAL MET conflict UNP A0A504XB09
17 239 THR ALA conflict UNP A0A504XB09
17 243 ILE THR conflict UNP A0A504XB09
17 252 ILE LEU conflict UNP A0A504XB09
1lc 52 LEU ILE conflict UNP A0A504XB09
1lc 83 GLU ASP conflict UNP A0A504XB09
1c 86 GLN LYS conflict UNP A0A504XB09
lc 128 ALA THR conflict UNP A0A504XB09
le 139 ARG PRO conflict UNP A0A504XB09
1c 171 THR ALA conflict UNP A0A504XB09
le 186 ASN SER conflict UNP A0A504XB09
1lc 192 PRO GLN conflict UNP A0A504XB09
le 206 THR VAL conflict UNP A0A504XB09
1c 207 LYS GLN conflict UNP A0A504XB09
le 209 ILE VAL conflict UNP A0A504XB09
1lc 220 ALA THR conflict UNP A0A504XB09
le 221 SER VAL conflict UNP A0A504XB09
1lc 223 SER GLU conflict UNP A0A504XB09

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
1lc 230 VAL MET conflict UNP A0A504XB09
1lc 239 THR ALA conflict UNP A0A504XB09
le 243 ILE THR conflict UNP A0A504XB09
le 252 ILE LEU conflict UNP A0A504XB09
9F 52 LEU ILE conflict UNP A0A504XB09
9F 83 GLU ASP conflict UNP A0A504XB09
9F 86 GLN LYS conflict UNP A0A504XB09
9F 128 ALA THR conflict UNP A0A504XB09
9F 139 ARG PRO conflict UNP A0A504XB09
9F 171 THR ALA conflict UNP A0A504XB09
9F 186 ASN SER conflict UNP A0A504XB09
9F 192 PRO GLN conflict UNP A0A504XB09
9F 206 THR VAL conflict UNP A0A504XB09
9F 207 LYS GLN conflict UNP A0A504XB09
9F 209 ILE VAL conflict UNP A0A504XB09
9F 220 ALA THR conflict UNP A0A504XB09
9F 221 SER VAL conflict UNP A0A504XB09
9F 223 SER GLU conflict UNP A0A504XB09
9F 230 VAL MET conflict UNP A0A504XB09
9F 239 THR ALA conflict UNP A0A504XB09
9F 243 ILE THR conflict UNP A0A504XB09
9F 252 ILE LEU conflict UNP A0A504XB09
1f 52 LEU ILE conflict UNP A0A504XB09
1f 83 GLU ASP conflict UNP A0A504XB09
1f 86 GLN LYS conflict UNP A0A504XB09
1f 128 ALA THR conflict UNP A0A504XB09
1f 139 ARG PRO conflict UNP A0A504XB09
1f 171 THR ALA conflict UNP A0A504XB09
1f 186 ASN SER conflict UNP A0A504XB09
1f 192 PRO GLN conflict UNP A0A504XB09
1f 206 THR VAL conflict UNP A0A504XB09
1f 207 LYS GLN conflict UNP A0A504XB09
1f 209 ILE VAL conflict UNP A0A504XB09
1f 220 ALA THR conflict UNP A0A504XB09
1f 221 SER VAL conflict UNP A0A504XB09
1f 223 SER GLU conflict UNP A0A504XB09
1f 230 VAL MET conflict UNP A0A504XB09
1f 239 THR ALA conflict UNP A0A504XB09
1f 243 ILE THR conflict UNP A0A504XB09
1f 252 ILE LEU conflict UNP A0A504XB09
1i 52 LEU ILE conflict UNP A0A504XB09
1i 83 GLU ASP conflict UNP A0A504XB09

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
1i 86 GLN LYS conflict UNP A0A504XB09
1i 128 ALA THR conflict UNP A0A504XB09
11 139 ARG PRO conflict UNP A0A504XB09
1i 171 THR ALA conflict UNP A0A504XB09
1i 186 ASN SER conflict UNP A0A504XB09
1i 192 PRO GLN conflict UNP A0A504XB09
1i 206 THR VAL conflict UNP A0A504XB09
1i 207 LYS GLN conflict UNP A0A504XB09
1i 209 ILE VAL conflict UNP A0A504XB09
1i 220 ALA THR conflict UNP A0A504XB09
1i 221 SER VAL conflict UNP A0A504XB09
1i 223 SER GLU conflict UNP A0A504XB09
1i 230 VAL MET conflict UNP A0A504XB09
11 239 THR ALA conflict UNP A0A504XB09
1i 243 ILE THR conflict UNP A0A504XB09
1i 252 ILE LEU conflict UNP A0A504XB09
4X 52 LEU ILE conflict UNP A0A504XB09
4X 83 GLU ASP conflict UNP A0A504XB09
4X 86 GLN LYS conflict UNP A0A504XB09
4X 128 ALA THR conflict UNP A0A504XB09
4X 139 ARG PRO conflict UNP A0A504XB09
4X 171 THR ALA conflict UNP A0A504XB09
4X 186 ASN SER conflict UNP A0A504XB09
4X 192 PRO GLN conflict UNP A0A504XB09
4X 206 THR VAL conflict UNP A0A504XB09
4X 207 LYS GLN conflict UNP A0A504XB09
4X 209 ILE VAL conflict UNP A0A504XB09
4X 220 ALA THR conflict UNP A0A504XB09
4X 221 SER VAL conflict UNP A0A504XB09
4X 223 SER GLU conflict UNP A0A504XB09
4X 230 VAL MET conflict UNP A0A504XB09
4X 239 THR ALA conflict UNP A0A504XB09
4X 243 ILE THR conflict UNP A0A504XB09
4X 252 ILE LEU conflict UNP A0A504XB09
4W 52 LEU ILE conflict UNP A0A504XB09
4W 83 GLU ASP conflict UNP A0A504XB09
4W 86 GLN LYS conflict UNP A0A504XB09
4W 128 ALA THR conflict UNP A0A504XB09
4W 139 ARG PRO conflict UNP A0A504XB09
4W 171 THR ALA conflict UNP A0A504XB09
4W 186 ASN SER conflict UNP A0A504XB09
4W 192 PRO GLN conflict UNP A0A504XB09

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
4W 206 THR VAL conflict UNP A0A504XB09
4W 207 LYS GLN conflict UNP A0A504XB09
4W 209 ILE VAL conflict UNP A0A504XB09
4W 220 ALA THR conflict UNP A0A504XB09
4W 221 SER VAL conflict UNP A0A504XB09
4W 223 SER GLU conflict UNP A0A504XB09
4W 230 VAL MET conflict UNP A0A504XB09
4W 239 THR ALA conflict UNP A0A504XB09
4W 243 ILE THR conflict UNP A0A504XB09
4W 252 ILE LEU conflict UNP A0A504XB09
1Y 52 LEU ILE conflict UNP A0A504XB09
1Y 83 GLU ASP conflict UNP A0A504XB09
1Y 86 GLN LYS conflict UNP A0A504XB09
1Y 128 ALA THR conflict UNP A0A504XB09
1Y 139 ARG PRO conflict UNP A0A504XB09
1Y 171 THR ALA conflict UNP A0A504XB09
1Y 186 ASN SER conflict UNP A0A504XB09
1Y 192 PRO GLN conflict UNP A0A504XB09
1Y 206 THR VAL conflict UNP A0A504XB09
1Y 207 LYS GLN conflict UNP A0A504XB09
1Y 209 ILE VAL conflict UNP A0A504XB09
1Y 220 ALA THR conflict UNP A0A504XB09
1Y 221 SER VAL conflict UNP A0A504XB09
1Y 223 SER GLU conflict UNP A0A504XB09
1Y 230 VAL MET conflict UNP A0A504XB09
1Y 239 THR ALA conflict UNP A0A504XB09
1Y 243 ILE THR conflict UNP A0A504XB09
1Y 252 ILE LEU conflict UNP A0A504XB09
1h 52 LEU ILE conflict UNP A0A504XB09
1h 83 GLU ASP conflict UNP A0A504XB09
1h 86 GLN LYS conflict UNP A0A504XB09
1h 128 ALA THR conflict UNP A0A504XB09
1h 139 ARG PRO conflict UNP A0A504XB09
1h 171 THR ALA conflict UNP A0A504XB09
1h 186 ASN SER conflict UNP A0A504XB09
1h 192 PRO GLN conflict UNP A0A504XB09
1h 206 THR VAL conflict UNP A0A504XB09
1h 207 LYS GLN conflict UNP A0A504XB09
1h 209 ILE VAL conflict UNP A0A504XB09
1h 220 ALA THR conflict UNP A0A504XB09
1h 221 SER VAL conflict UNP A0A504XB09
1h 223 SER GLU conflict UNP A0A504XB09

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

Chain | Residue | Modelled | Actual | Comment Reference
1h 230 VAL MET conflict UNP A0A504XB09
1h 239 THR ALA conflict UNP A0A504XB09
1h 243 ILE THR conflict UNP A0A504XB09
1h 252 ILE LEU conflict UNP A0A504XB09

e Molecule 29 is a protein called DMIP2.

Mol | Chain | Residues Atoms AltConf | Trace
o I I O Y S R
o I I I T T T B R
20 1 S g0 s 15 6 4 0 0
2 | Im 10 gogfl 5(52 111\1]0 187 g 0 0
2 I L Tsaoggl 5?4 11;3 1(6)8 i 0 0
29 96 o o0 s 7 T o 0 0
e Molecule 30 is a protein called DMIP3.

Mol | Chain | Residues Atoms AltConf | Trace
30 o 28| o 635 103 182 ? : 0
S I 128 ?8;,21 625 11;13 1(9)2 ? 0 0
e Molecule 31 is a protein called DMIP4.

Mol | Chain | Residues Atoms AltConf | Trace
sb g 214 ?2%1 1(?25 31;2 3(2)1 1S1 0 0
s I 106 Tsoﬁtsal 5?2 11(\5]6 1((?5 ? 0 0
S 183 fiﬁ 8(534 21;13 2(7)7 182 0 0
Sbo It 214 ?g%l 1(?25 ?gz 3(2)1 0 ¥ ¥
sh) o 100 goggl 5(:’32 1126 1(6)5 ? 0 ;

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

Mol | Chain | Residues Atoms AltConf | Trace
sb v 183 fiﬁfg 824 21;13 2C7)7 182 0 0
5| | B 68 am o ey | 0|

e Molecule 32 is a protein called DMIP6.

Mol | Chain | Residues Atoms AltConf | Trace
32 2B 251 ?gt;;l 12%1 31§7 3(7)7 1S2 0 0
32 2C 230 ?g tlzl 1 1(230 3§9 324 181 0 0
32 2D 251 ?gt;;l 12031 3?7 3(7)7 182 0 0
32 25 230 Tl‘g tlzl 1 1030 31§9 324 181 0 0

e Molecule 33 is a protein called DMIP7.

Mol | Chain | Residues Atoms AltConf | Trace
33 2K 284 2(2) t5a3l 151 1 411]1 4(1)8 1S3 0 0
33 2G 283 1;2)2351 145)7 41(\)19 4(1)6 1S3 0 0
33 2H 288 g‘ggil 1528 411]6 4(2)4 1S3 0 0
33 21 243 ?g?;;l 12%8 31;15 3((?3 181 0 0
33 2] 283 ggizl 14C()7 41(\)IQ 4(1)6 183 0 0
33 2K 288 T;;gil 14%8 411]6 434 183 0 0
33 ol 243 ?g?;;l 12C()8 32]5 323 181 0 0

e Molecule 34 is a protein called DMIPS.

Mol | Chain | Residues Atoms AltConf | Trace
34 2L 172 ?Zga?)l 9(014 215:14 2((?9 2 0 0
34 2M 172 ?Zg?’)l 9%4 21;4 2%)9 2 0 0
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e Molecule 35 is a protein called DMIP9.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
35 2N 135 1103 698 208 194 3 0 0
Total C N O S
35 2P 161 1324 827 251 240 6 0 0
Total C N O S
35 20 274 2235 1404 420 402 9 0 0
e Molecule 36 is a protein called DMIP10.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
36 2Q 291 2320 1483 394 429 14 0 0
Total C N O S
36 2R 291 2320 1483 394 429 14 0 0
e Molecule 37 is a protein called DMIP11.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
37 25 237 1798 1126 317 340 15 0 0
e Molecule 38 is a protein called DMIP12.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
38 2U 229 1807 1111 329 355 12 0 0
Total C N O S
38 2V 109 870 530 167 169 4 0 0
Total C N O S
38 2W 109 870 530 167 169 4 0 0
e Molecule 39 is a protein called DMIP13.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
39 2X 227 1774 1081 355 328 10 0 0
Total C N O S
39 2Y 227 1774 1081 355 328 10 0 0
e Molecule 40 is a protein called DMIP14.




Page 51

wwPDB EM Validation Summary Report

EMD-72629, 9Y65S

Mol | Chain | Residues Atoms AltConf | Trace
40 27 283 2(2)?81 14027 41112 4(1)4 i 0 0
40 2a 283 gggasl 1527 411]2 4(1)4 g 0 0
e Molecule 41 is a protein called DMIP15.

Mol | Chain | Residues Atoms AltConf | Trace
w | ow || g g g | 0|0
4 2e 325 g?f{%l 1(319 5126 5C2)6 184 0 0
4 2h 231 ql?ggasl 11(537 3156 325 180 0 0
4 2k 167 ?ggaél 8?4 2126 2(6)2 g 0 0
a1 | o 42 T;)ngl ;9 52 % 0 0
4 20 281 52231 1573 4150 4(7)8 182 0 0
4 2d 245 ggst;;l 12C54 411]8 488 182 0 0
4 2t 325 g%a; 1@29 5126 5(2)6 1S4 0 0
4 28 52 121051;21 2?5 81\; é% 0 0
4 2 149 ?:;E)?l 7C716 21(\316 2(5)2 3 0 0
H 2m 264 rgg;agl 1?%8 4125 4(3)2 1S3 0 0
H 2p 281 gﬁi@? 1573 41;0 4(7)8 1S2 0 0
HEIEE T T o | o
a2 306 rggst)%l 15C65 5?9 5(0)2 1S3 0 0
a2 309 gggl 15074 51;3 5(85 183 0 0
a2 325 g%? 1519 5126 5(2)6 1S4 0 0

e Molecule 42 is a protein called DMIP16.
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Mol | Chain | Residues Atoms AltConf | Trace
2 x 315 32%1 15?64 41;59 4(6)0 180 0 0
e 315 gitfgl 15C(54 4219 4(6)0 180 0 0
e Molecule 43 is a protein called DMIP17.

Mol | Chain | Residues Atoms AltConf | Trace
B 214 ?;gl 1(?75 20 3(2)4 1 0 0
B 214 ?ggl 1(?75 31(\)12 3C2)4 182 0 0
e Molecule 44 is a protein called DMIP18.

Mol | Chain | Residues Atoms AltConf | Trace
i 280 53211 14038 31;1 4(2)5 180 0 0
2w 412 ggg?l 20082 52]5 6C2)9 1S5 0 0
o= 412 rggg?l 20(?32 5125 6(2)9 1S5 0 0
e Molecule 45 is a protein called DMIP19.

Mol | Chain | Residues Atoms AltConf | Trace
vl 287 ggt;sl 14024 4?4 4(;0 2 0 0
B o | s | e s a1 | 0
o 2 409 gggasl 20010 51;6 6(24 g 0 0

e Molecule 46 is a protein called DMIP20.
Mol | Chain | Residues Atoms AltConf | Trace
%1 3B WS | s om0 506 61 12 0 ¥
161 3C WS | om0 506 61 12 ¥ 0

e Molecule 47 is a protein called DMIP21.
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Mol | Chain | Residues Atoms AltConf | Trace
47 3D 412 rlZ;(Q)tlaé1 1;?%6 512\;6 6(2)8 182 0 0
47 3t 412 ggtla; 19(236 512\316 6(2)8 182 0 0

e Molecule 48 is a protein called DMIP22.

Mol | Chain | Residues Atoms AltConf | Trace
IR T HERE
48 3K 195 ?;gil 7?7 2120 2(??0 ? 0 0
KRR HIEKEK
48 sH 103 go?)tsl 5(136 1121 1?1 ASL 0 0
IR Y HERE
IR HERE
48 9] 80 T(;Oéltg 1 4%0 11114 1C2)2 LSL 0 0
IR HERE
48 3K 103 TSO;SI 5(116 11(\311 1(5)1 LSL 0 0
IR HIERE
IR HERE

e Molecule 49 is a protein called DMIP23.

Mol | Chain | Residues Atoms AltConf | Trace
49 3P 256 ggga; 12060 31§1 3(830 181 0 0
49 3Q 490 ggt;gl 24C()6 61(\5]6 7(3)5 1S8 0 0
49 3R 490 ng;? 2§)6 61(\5]6 7(;5 1S8 0 0

e Molecule 50 is a protein called DMIP24.
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Mol | Chain | Residues Atoms AltConf | Trace
0% | B | N g s ma| 0 |0
50 | X1 39 YR 0 0
0| 3| o | s ;e a| O | O

e Molecule 51 is a protein called DMIP25.

Mol | Chain | Residues Atoms AltConf | Trace
ol 3U 140 rfgt?&zll 631 112\3]6 2(53 481 0 0
ol 3V 140 ?178;11 631 118\316 2(83 ésl 0 0

e Molecule 52 is a protein called DMIP26.

Mol | Chain | Residues Atoms AltConf | Trace
o2 3K 202 1112;1 10CZ5 31(\)I5 3(89 lsl 0 0
52 W 153 Iljggil 736 21i\’>Il 229 . 0 0
2| o | 0 | s e g | 0

e Molecule 53 is a protein called DMIP27.

Mol | Chain | Residues Atoms AltConf | Trace
o3 37 181 11121(6)?)1 8(6]2 2124 2(7)1 2 0 0
b3 | da 87 T701t§L l 4;32 11§0 1(??6 i 0 0
o3 Y 181 11121(6):?%1 8(630 2124 2(7)1 2 0 0

e Molecule 54 is a protein called ArcMAP2.

Mol | Chain | Residues Atoms AltConf | Trace
54 3b 136 ?(1);?31 635 21(\)14 2C2)3 i 0 0
i 156 ?1);2231 6(9j5 21(\)14 2C2)3 i 0 ¥
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e Molecule 55 is a protein called ArcMAP1.

Mol | Chain | Residues Atoms AltConf | Trace
9 3d 148 ?SZ%I 7%5 21;19 22() 2 0 0

N 148 ?2)51%1 725 21;19 251)0 2 0 0

e Molecule 56 is a protein called ArcMAPA4.

Mol | Chain | Residues Atoms AltConf | Trace
56 3 165 ?ﬁolgaé%l 8?7 21(\313 220 2 0 0

56 38 165 ?Zgasl 8?7 21(\5]3 220 2 0 0

56 3h 165 ?Zgaéél 8?7 21(\313 2(5?() 2 0 0

56 3 165 112?81 8?7 21(213 2(5?() 2 0 0

o0 3 165 ?ZE)ZI 8?7 21(213 22() 2 0 0

56 | 3k 165 | o 8?7 0 220 2 0 ;

o6 3l 165 ?ZgaSI 8?7 2123 220 2 0 ¥

e Molecule 57 is a protein called ArcMAP3.

Mol | Chain | Residues Atoms AltConf | Trace
T | Sm L4 ?gtfg 725 21;316 2(?31 481 0 0

T | 4n 144 ??1?31 75135 21;3]6 2(?31 481 0 0

e Molecule 58 is a protein called CFAP96.

Mol | Chain | Residues Atoms AltConf | Trace
s s | ® | U s | O |0

8 G 161 fgt%l 821 21;0 2(??3 3 0 0

o8 10 175 fgft)&g 8(939 211\115 2(5)3 g 0 0

8 | da 154 f;g 736 21113 2C2)3 ? 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
8 % 148 Eﬁgﬁ’ 722 égi ;?2 g 0 0
#0010 | 0 | ) s w0 |0
w4 | 0 | S s w0 |0
o8 4P 215 ??g?l 11(2)3 21;0 3(1)1 g 0 0
o8 4b 194 rEEI 10%0 21218 2(831 g 0 0
e Molecule 59 is a protein called CFAP97.

Mol | Chain | Residues Atoms AltConf | Trace
9 ar 130 3333’ 6%g égi ;85 i 0 0
9| 3 130 Eggﬁ, 6%g égi ;85 i 0 0
9] 8 130 | oo 6%g ) ;85 \ 0 0
9| du 130 Egg§> 6%g égi ;35 2 0 0
i 03 1;;;1 526 fgﬁ ;; i 0 0

e Molecule 60 is a protein called DMAP1.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
60 3w 166 1362 872 235 249 6 0 0
Total C N O S
60 3y 126 985 625 178 181 1 0 0

Total C N O S
60 3x 267 2165 1380 381 397 7 0 0

e Molecule 61 is a protein called DMAP2.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
61 44 29 229 142 43 43 1 0 0

Total C N O S
61 4B 201 1584 1003 275 302 4 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace

61 4C 201 ?g;zl 10%3 21;15 382 ZSL 0 0
e Molecule 62 is a protein called distal DCI1.

Mol | Chain | Residues Atoms AltConf | Trace
62 oB 393 ?TOI 1522 515\;4 6(1)3 181 0 0
62 5C 393 ?iiaol 1522 515\914 6(1)3 181 0 0
62 oD 393 ?ii%l 1522 515\914 6(1)3 181 0 0
62 ok 168 ?gZaSI 828 21;8 2C5)7 ? 0 0
62 oA 225 ??ga; 1(%4 31?\)16 3C5)6 2 0 0

e Molecule 63 is a protein called ODAD1 central coiled coil region domain-containing protein.

Mol | Chain | Residues Atoms AltConf | Trace
63 oG Add gggil 21(5391 61;14 7(1)0 189 0 0
63 oH Add gggil 21(391 61;14 7(1)0 189 0 0
63 ol Add gggil 21(5391 61;14 7(1)0 189 0 0
63 5] 185 ?EESI 951?2 215\915 286 2 0 0
63 ok 259 TQ‘S f”’)z;l 1 2C49 31;19 4(1)4 181 0 0

There are 5 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
5G 273 PHE SER conflict UNP A0AG640KPU2
5H 273 PHE SER conflict UNP A0A640KPU2
51 273 PHE SER conflict UNP A0A640KPU2
5J 273 PHE SER conflict UNP A0AG40KPU2
5F 273 PHE SER conflict UNP A0AG640KPU2

e Molecule 64 is a protein called ODA dDCA4.
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Mol | Chain | Residues Atoms AltConf | Trace
64 oK 384 1;;;381 1;?39 514\56 5(7)2 281 0 0

64 oL 384 g(itQaSI 19(239 514\56 5(7)2 281 0 0

64 M 384 g(igaSI 1;;39 5116 5(7)2 281 0 0

64 oN 384 T3‘(it2aSl 19089 514\56 5(7)2 281 0 0

e Molecule 65 is a protein called DC5.

Mol | Chain | Residues Atoms AltConf | Trace
IR T HERE
IREAF T T HERE
IREAF T T HERE
IR T HEEE

e Molecule 66 is a protein called DC6.

Mol | Chain | Residues Atoms AltConf | Trace
66 | 55 92 T 4w 137 13 o 0 0

661 5T 92 Tl am 137 13 o 0 0

661 U 92 Tl a0 137 13 o 0 0

66 Vv 92 T7O4tgl 4(730 11;)]7 1(;3 3 0 0

e Molecule 67 is a protein called Dynein heavy chain, putative.

Mol | Chain | Residues Atoms AltConf | Trace
67 R 4565 ??;SO;S; 23(3]77 6?1:;)8 66259 138 0 0
67 oW 31dd gﬁ)ofgé 16(0]22 4;)\;9 46(52)3 125 0 0
67 oY 4565 ;;?;;}L 23378 63N59 652’)9 138 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
o7 57 4565 Z;%O;S; 23?78 6?1:;8 65?59 138 0 0
67 | oa 1201 g%?l 61%0 1521 18027 4S3 0 0
e Molecule 68 is a protein called Dynein heavy chain, putative.

Mol | Chain | Residues Atoms AltConf | Trace
I A17e :;r:aozlt;; 21312 5?74 63053 123 0 0
68 ob 2730 ;Floéﬁt;; 13577 3;\116 41002 122 0 0
68 bd 4178 :;F:;f;; 21;}12 5(15\;4 63053 123 0 0
e 4178 ?gozf;; 21312 5?74 62?53 123 0 0
68 of 1240 gggil 62057 1(15\(136 12%4 4S4 0 0
e Molecule 69 is a protein called Dynein intermediate-chain-like protein.

Mol | Chain | Residues Atoms AltConf | Trace
69 oe 565 ZZ??)I 2§)2 7@1 820 380 0 0

69 oh 565 Zztlzl 2&%2 71§1 8(3)0 3SO 0 0

69 ol 565 ZZEI 2§)2 71;11 8(3)0 3S() 0 0

69 2 565 Zztlf’;l 2§)2 71§1 820 3S() 0 0

e Molecule 70 is a protein called Dynein, putative.

Mol | Chain | Residues Atoms AltConf | Trace
70 ok 596 Z(;gaél 29(390 8{:)]2 9(1)8 286 0 0

70 ol 596 Z(;tGaél 2;3)0 81§2 9(1)8 286 0 0

0| om 596 Z(;gaﬁl 29%0 81§2 9(1)8 286 0 0

0| o 596 Z(;gg 29%0 81?\}2 9(1)8 286 0 0
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e Molecule 71 is a protein called Dynein axonemal light chain 1.

Mol | Chain | Residues Atoms AltConf | Trace
[ 208 ?Zg?l 1(517 21;2 3(1)2 1So 0 0
e 208 ?221 1(517 21;]2 3(1)2 180 0 0
LR 208 ?é;l 1(517 21;2 3(1)2 1So ¥ ¥
oo 208 ?Zgall 1(517 21;2 3(1)2 1So ¥ ¥
e Molecule 72 is a protein called EF-hand domain-containing protein.

Mol | Chain | Residues Atoms AltConf | Trace
2o 5 202 ?gga(sl 1(%4 21;]1 2(9)2 S 0 0
[N 0| 1(%4 ) 2(9)2 S 0 0
2] ou 202 ??7?31 1(%4 21;11 282 S 0 0
£ v 202 r‘1th7&61 1(%4 21;11 232 S 0 0
e Molecule 73 is a protein called Dynein light chain roadblock.

Mol | Chain | Residues Atoms AltConf | Trace
wow 12 Tsoﬁt?l 524 1?2 1((?6 ? 0 0
B 112 Tsoﬁt?l 524 1122 1((?6 ? 0 0
ooy 12 Tgoﬁtjl 524 11;2 1((?6 ? 0 0
SN 1z T806t7al 524 11;2 1((36 ? 0 0
e Molecule 74 is a protein called Dynein light chain roadblock.

Mol | Chain | Residues Atoms AltConf | Trace
& 6A o7 T707ti%Ll 4§1 115;]7 151)8 ? 0 0
& 0B o7 T707ti%Ll 4§1 11?\)17 1(28 ? 0 0
& 6C o7 T707t;Ll 4?1 11?\}7 128 ? 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace

& 6D o7 T;);fl 451 11;3]7 1(28 ? 0 0
e Molecule 75 is a protein called Dynein light chain.

Mol | Chain | Residues Atoms AltConf | Trace
[E OF % 1;3052 1 522 112\’)13 1?1 2 0 0
[E OF % T802téiL 1 5§2 112\’)13 1(5)1 2 0 0
[E 6G 9 T802téiL 1 5?2 112\;3 1C5)1 2 0 0
[E OH % T802t4iL l 5?2 11§3 1(5)1 2 0 0

e Molecule 76 is a protein called Dynein light chain.

Mol | Chain | Residues Atoms AltConf | Trace
76 o1 9 T702tiLl 4(636 1T7 1(??3 § 0 0
76 6J 9 T702tfLl 4(636 11;]7 123 2 0 0
76 0K %0 T702tfl 42536 11117 123 2 0 0
76 OL 9 T702tf1 4g6 111]7 1?’))3 ? 0 0

e Molecule 77 is a protein called Dynein light chain.

Mol | Chain | Residues Atoms AltConf | Trace
[ oM o1 T7O4t§L 1 431 11;11 1(??6 ? 0 0
[ ON o1 I:;)élt; 1 431 11;11 1(??6 ? 0 0
[ 60 o1 T7Oélt; 1 4;31 11;11 126 s 0 0
v 6P Il T;)4t5a 1 4(811 11;11 126 g 0 0
[ v 88 T701t;L 1 4(633 111]7 1(?31 2 0 0
[ A 88 T701t;L 1 4?3 11117 121 2 0 0

Continued on next page...
$roe



Page 62

wwPDB EM Validation Summary Report

EMD-72629, 9Y65S

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
oW 83 T(;O;? l 45110 11(\)18 1(2)3 g 0 0
[ 83 T607t;L l 420 11(\JI8 1(2)3 g 0 0
ARDERE P T HERE
[ [ T(;O;za l 4?3 11(\)Io 1(1)3 2 0 0
o 9k 58 T701t;Ll 4(633 1?7 1(?31 2 0 0
AENEF T HERK
o 9m 83 T(;O;?l 430 11(\)18 1(2)3 2 0 0
o 83 T607t;Ll 430 11(\)18 1(2)3 g 0 0
[ 87 T;)ggl 4?9 11115 1C2)9 g 0 0
m o) 77 1;30;; l 4(133 11810 1C1)3 g 0 0
[ 8 o1 T7O4t5aLl 4(51 11;1 1(?36 g 0 0
[ o1 T;)zf;l 4(51 11;1 1(??6 ? 0 0
[ s o1 T;)zf;l 4?1 11;1 1(??6 ? 0 0
o sd o1 T;)zfsl 4(:51 11;1 1(??6 5 0 0
[ se o1 1;();;1 421 11;11 1(??6 ? 0 0
[ f o1 1;);5?1 431 11;11 1(??6 5 0 0
77 88 83 1;50;'?1 420 11(\J]8 1(2)3 2 0 0
7| 8h o1 T7O4t5al 431 11;11 1(??6 5 0 0
[ 8 o1 T7O4t5al 431 11;1 1(??6 5 0 0
[ 8 o1 T?i? 1 4;31 11;11 126 5 0 0
w8k o1 T;)zfsl 4;11 11;1 1(?36 g 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
v 8l o T;)éltSal 4?1 11;11 1(3)6 g 0 0
T m o T704t5al 4§1 11;11 1(??6 g 0 0
o) 8o o T704t5al 4;31 11;11 1(?36 ? 0 0
e Molecule 78 is a protein called Dynein light chain.

Mol | Chain | Residues Atoms AltConf | Trace
o6 | g e s 4 | 0 | O
ok | o e s 4 | 0 | O
w6 | ® | u o e w4 | 0 | O
L A
e Molecule 79 is a protein called Dynein light chain.

Mol | Chain | Residues Atoms AltConf | Trace
[ oU o1 E)éfgl 4;19 11119 124 g 0 0
[ oV o1 T;)éfgl 4§9 11119 124 g 0 0
[ oW o1 T;)éfgl 4§9 11119 124 g 0 0
7 ox o1 T704t§Ll 459 11119 124 g 0 0
e Molecule 80 is a protein called Dynein light chain.

Mol | Chain | Residues Atoms AltConf | Trace
0 6 | % | wr oass e 4| 0 | O
80 62 %6 T706t? 1 4;]3 11;)14 126 i 0 0
80 | Ga %0 T;)g?l 4;33 11:\3]4 126 ASL 0 0
0 0 | % | wr s o e 4| 0 | O

EMD-72629, 9Y65S
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e Molecule 81 is a protein called Outer arm dynein-like protein.

Mol | Chain | Residues Atoms AltConf | Trace
S I 100 T709t5al 5?5 11;16 1(5)0 481 0 0

8l 6d 100 T709t5al 5?5 11;16 1(5)0 ZSL 0 0

o1 | e I i 0 ¥

81 | o I i ¥ ¥

e Molecule 82 is a protein called Dynein light chain.

Mol | Chain | Residues Atoms AltConf | Trace
821 e 113 goltgl 5%0 11;6 1(7)1 2 0 0

82 6h 113 golt; l 530 11;6 1(7)1 2 0 0

52 o1 113 TS;Olt; l 5?0 11;6 1(7)1 2 0 0

2 o | WG e om0 |0

e Molecule 83 is a protein called IDAa heavy chain.

Mol | Chain | Residues Atoms AltConf | Trace
83 Ok 3972 5;110;2613 20?28 511;;31 55%4 1?5 0 0
e Molecule 84 is a protein called Actin.

Mol | Chain | Residues Atoms AltConf | Trace
84 ol 371 rlQﬂ(gtlall 1&%6 415\;5 5(5)6 284 0 0
84 A 361 g‘gga; 17(;9 415\310 551)4 282 0 0
e Molecule 85 is a protein called DLP1.

Mol | Chain | Residues Atoms AltConf | Trace
8 | bm 410 ggé? 2(%2 5152 6(3?3 2 0 0




Page 65

wwPDB EM Validation Summary Report

EMD-72629, 9Y65S

e Molecule 86 is a protein called Dynein arm light chain, putative.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
86 On 207 1701 1060 306 330 5 0 0
Total C N O S
86 Or 211 1725 1070 311 338 6 0 0
e Molecule 87 is a protein called Putative dynein heavy chain.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
87 Go 3797 30354 19276 5261 5630 187 0 0
e Molecule 88 is a protein called Actin-like protein, putative.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
88 Op 407 3087 1937 529 608 13 0 0

e Molecule 89 is a protein called 33 kDa inner dynein arm light chain, axonemal, putative.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
89 6q 226 1812 1131 340 337 4 0 0

e Molecule 90 is a protein called Anaphase-promoting complex subunit 5 domain-containing

protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S

%0 Os 245 1886 1182 344 345 15 0 0

e Molecule 91 is a protein called Actin-like protein, putative.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S

o | 9R 302 2382 1500 413 448 12 0 0

e Molecule 92 is a protein called Centrin, putative.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S

921 9% 129 1052 652 181 213 6 0 0
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e Molecule 93 is a protein called Dynein heavy chain, putative.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
93 9Q 3918 30600 19344 5306 5780 170 0 0
e Molecule 94 is a protein called ARMI.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
s T 381 2975 1859 557 548 11 0 0
e Molecule 95 is a protein called Dynein heavy chain, putative.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
% 6t 4062 32279 20527 5507 6050 195 0 0
e Molecule 96 is a protein called Actin-like protein, putative.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
96 Gu 392 3067 1935 536 580 16 0 0
e Molecule 97 is a protein called DLP4.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
7 Ov 312 2471 1523 461 475 12 0 0
e Molecule 98 is a protein called Dynein arm light chain, putative.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
B | 6w 274 2183 1354 416 409 4 0 0
e Molecule 99 is a protein called TAX-1.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
% Ox 326 2613 1656 458 486 13 0 0

e Molecule 100 is a protein called Tetratricopeptide repeat protein 29.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
100 6y 383 3020 1880 539 583 18 0 0

e Molecule 101 is a protein called Roadblock/LAMTOR2 domain-containing protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S

oL 7Q %6 734 460 126 144 4 0 0
Total C N O S

101} 9 %6 734 460 126 144 4 0 0

e Molecule 102 is a protein called Dynein-associated protein, putative.

Mol | Chain | Residues Atoms AltConf | Trace
1021 7R 09| G s 15 101 4 ¥ 0
1021 9h 09| G s 15 101 4 ¥ ¥

e Molecule 103 is a protein called IC3.

Mol | Chain | Residues Atoms AltConf | Trace
103 i 325 gggzl 1(515 411\115 422 1S4 0 0
103 ) 9c 325 ggg?sl 1(515 41:1]5 4((32 1S4 0 0

e Molecule 104 is a protein called Dynein axonemal intermediate chain 4.

Mol | Chain | Residues Atoms AltConf | Trace
104 70 233 ngzl 11(257 31115 3(??7 S 0 0
104 od 392 ggft;;l 19054 51§1 580 1S7 0 0

e Molecule 105 is a protein called Dynein light chain.
Mol | Chain | Residues Atoms AltConf | Trace
w] | om [ TH O X e
1051 9p 103 Tsozfs 1 5§5 1124 121 § 0 0
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e Molecule 106 is a protein called Dynein-light chain-protein, putative.

Mol | Chain | Residues Atoms AltConf | Trace
106 oL 103 T709till 458 11;)]4 1(5)3 2 0 0
106 | 9o 103 T709tfL l 438 11;4 1(5)3 2 0 0

e Molecule 107 is a protein called Ankyrin/TPR repeat protein.
Mol | Chain | Residues Atoms AltConf | Trace
107 ¥ 296 2(2);21 1??7 6 41(\)19 4(5)2 1S5 0 0
107} e 296 g(z)gaél 1??76 4159 4?2 1S5 0 0

e Molecule 108 is a protein called IC97/Cascl N-terminal domain-containing protein.

Mol | Chain | Residues Atoms AltConf | Trace
108 K 565 Zggil 2517 71;8 8(6?6 280 0 0
108 of 565 Zgg?l 29017 71;8 8((?6 QSO 0 0

e Molecule 109 is a protein called Dynein heavy chain, putative.
Mol | Chain | Residues Atoms AltConf | Trace
109 G 3724 ;E)Og(?; 18(9377 5?125 5;?99 1?6 0 0
1097 9a 1431 Lo 732 ouss v 49 0 0

e Molecule 110 is a protein called Dynein heavy chain, putative.
Mol | Chain | Residues Atoms AltConf | Trace
110 il 3788 Z;l;)Og;; 1951318 5?1:‘131 57%7 121 0 0
110 ob 1106 ’g(())t;il 57%8 1;5 1((3)77 581 0 0

e Molecule 111 is a protein called DUF4200 domain-containing protein.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
11 U 81 616 373 115 122 6 0 0
Total C N O S
111 or 286 2334 1425 442 451 16 0 0

e Molecule 112 is a protein called DUF4200 domain-containing protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S

12 W 83 692 428 134 126 4 0 0
Total C N O S

120 9 298 2453 1506 457 478 12 0 0

e Molecule 113 is a protein called Leucine-rich repeat-containing protein 51.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
13 9 442 3509 2209 633 652 15 0 0
e Molecule 114 is a protein called Dynein heavy chain, putative.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
114 0 3680 29150 18419 5041 5528 162 0 0
e Molecule 115 is a protein called Centrin, putative.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
15 B 152 1202 758 200 237 7 0 0
e Molecule 116 is a protein called Dynein heavy chain, putative.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
16 C 3636 28996 18416 4982 5443 155 0 0
e Molecule 117 is a protein called Actin-like protein, putative.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
17 D 419 3190 1998 563 609 20 0 0
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e Molecule 118 is a protein called Centrin, putative.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
118 7k 150 1210 750 209 247 4 0 0

e Molecule 119 is a protein called Dynein regulatory complex protein 1 C-terminal domain-
containing protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
119 8A 452 3770 2334 704 721 11 0 0

e Molecule 120 is a protein called Cilia- and flagella-associated protein 91.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
120 8K 214 1728 1060 340 322 6 0 0

e Molecule 121 is a protein called T-lymphocyte triggering factor, putative.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
121 8k 431 3596 2204 671 704 17 0 0

e Molecule 122 is a protein called T-lymphocyte triggering factor, putative.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
122 8D 400 3394 2103 619 662 10 0 0

e Molecule 123 is a protein called Dynein regulatory complex subunit 2.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
123 8B 372 3062 1883 550 609 20 0 0

e Molecule 124 is a protein called AAA+ ATPase domain-containing protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
124 8J 78 6100 3823 1111 1137 29 0 0

e Molecule 125 is a protein called Leucine-rich repeat protein.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
125 8F 456 3580 2241 648 668 23 0 0
e Molecule 126 is a protein called Calmodulin.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
126 &M 148 1163 713 186 254 10 0 0
Total C N O S
126 8L 148 1163 713 186 254 10 0 0
Total C N O S
126 9N 149 1173 719 188 256 10 0 0
Total C N O S
126 90 149 1173 719 188 256 10 0 0
e Molecule 127 is a protein called Leucine-rich repeat protein.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
127 8N 323 2458 1543 438 462 15 0 0
e Molecule 128 is a protein called Leucine-rich repeat protein.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
128 | 80 387 2870 1778 522 556 14 0 0

e Molecule 129 is a protein called Ubiquitin-like domain-containing protein.

Mol | Chain | Residues Atoms AltConf | Trace
129 8b 99 goltj l 5?9 11;15 1(5)7 2 0 0
1294t E ‘o1 a6 106 117 2 ¥ 0

e Molecule 130 is a protein called Leucine-rich repeat protein.
Mol | Chain | Residues Atoms AltConf | Trace
130 8R 331 gzﬁla; 15Cl4 41§3 4(8)8 1S() 0 0

e Molecule 131 is a protein called Transglutaminase-like domain-containing protein.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N
131 8G 606 4902 3115 848 917 22 0 0

e Molecule 132 is a protein called Dynein regulatory complex subunit 3.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N
2 8C 240 4418 2757 806 840 15 0 0

e Molecule 133 is a protein called Dynein regulatory complex protein 9.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N
133 | 8H 120 935 565 177 189 4 0 0

e Molecule 134 is a protein called Dynein regulatory complex protein 10.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N
134 ) 8l 174 1433 873 278 27T 5 0 0

e Molecule 135 is a protein called Cilia- and flagella-associated protein 43.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N S
135 K 1298 10069 6250 1827 1919 73 0 0

e Molecule 136 is a protein called Guanine nucleotide-binding protein subunit beta-like protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N S
136 7L 1476 11521 7199 2068 2189 65 0 0
e Molecule 137 is a protein called Tudor domain-containing protein.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N
137 ™ 252 1985 1261 325 387 12 0 0

e Molecule 138 is a protein called CFAP253.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
138 | 8 197 1627 1014 313 297 3 0 0
e Molecule 139 is a protein called Radial spoke protein 3, putative.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
139 1 8u 4 354 211 74 66 3 0 0
Total C N O S
189 | &v 40 330 200 66 60 4 0 0
Total C N O S
139 1 8o o9 483 299 79 104 1 0 0
Total C N O S
139 | 8p % 803 499 136 163 5 0 0
e Molecule 140 is a protein called Kinesin-MORN.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
140 8a 620 5006 3129 913 936 28 0 0
e Molecule 141 is a protein called Leucine-rich repeat protein.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
141 ) 8b 366 2764 1713 496 535 20 0 0

e Molecule 142 is a protein called Cilia- and flagella-associated protein 206.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1421 8q 560 4277 2684 757 807 29 0 0

e Molecule 143 is a protein called Cilia- and flagella-associated protein 251.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
143 | 8w 1005 7768 4918 1350 1452 48 0 0

e Molecule 144 is a protein called Coiled-coil domain-containing protein 39.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
144 1R 359 2942 1806 541 587 8 0 0
Total C N O S
144 45 282 2339 1419 439 473 8 0 0

e Molecule 145 is a protein called Coiled-coil domain-containing protein 40.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
145 4T 430 3493 2145 643 684 21 0 0
Total C N O S
145 U 276 2260 1372 421 458 9 0 0

e Molecule 146 is a protein called CCDC113/CCDC96 coiled-coil domain-containing protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
146 | 9t 255 2100 1202 421 388 8 0 0

e Molecule 147 is a protein called Cilia- and flagella-associated protein 263.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
147 1 u 283 2270 1377 438 444 11 0 0
e Molecule 148 is a protein called Enkurin domain-containing protein.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
148 4D 105 836 517 167 150 2 0 0

e Molecule 149 is a protein called C2HC/C3H-type domain-containing protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
149 4k 21 216 134 44 38 0 0
e Molecule 150 is a protein called Sperm-tail PG-rich repeat.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
150 | 4F 254 1945 1226 351 361 7 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
150 4G 83 661 420 111 127 3 0 0
e Molecule 151 is a protein called DMAPG.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
151 4H 45 359 223 67 68 1 0 0
e Molecule 152 is a protein called DMAPT.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
152 41 120 959 595 194 168 2 0 0
Total C N O
152 4J o7 456 279 78 o4 0 0
e Molecule 153 is a protein called IJAP1.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
153 K 50 400 245 82 68 5 0 0

e Molecule 154 is a protein called LIM zinc-binding domain-containing protein.

Mol | Chain | Residues Atoms AltConf | Trace
154 4L 28| or g 1w 1m0 ¥ 0

e Molecule 155 is a protein called IJAP3.
Mol | Chain | Residues Atoms AltConf | Trace
195 M 7 T5O8t;Ll 3%2 11(\)15 1(1)2 2 0 0
195 AN 1 ?Zga?l 833 21;17 2%)3 ZSL 0 0

e Molecule 156 is a protein called Leucine-rich repeat protein.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
156 | 4d 491 3737 2317 683 711 26 0 0
e Molecule 157 is a protein called Ribonuclease inhibitor-like protein.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
157 | de U7 3833 2362 721 729 21 0 0
e Molecule 158 is a protein called Leucine-rich repeat protein.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
158 | 4g 8 660 408 128 121 3 0 0

e Molecule 159 is a protein called Guanine nucleotide-binding protein subunit beta-like protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
159 W L9 7288 4584 1287 1377 40 0 0

e Molecule 160 is a protein called Guanine nucleotide-binding protein subunit beta-like protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N @) S
160 9xX 971 7686 4789 1396 1462 39 0 0

e Molecule 161 is a protein called Cilia- and flagella-associated protein 58 central coiled coil
domain-containing protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
161 9 539 4412 2692 835 860 25 0 0

e Molecule 162 is a protein called Cilia- and flagella-associated protein 58 central coiled coil
domain-containing protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
162 Iz 534 4339 2668 838 820 13 0 0

e Molecule 163 is GUANOSINE-5-DIPHOSPHATE (CCD ID: GDP) (formula: C;oH15N501,P5).
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GDP
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o ~0
Ho P o
e
Mol | Chain | Residues Atoms AltConf
Total C N O P
163 A 1 28 10 5 11 2 0
Total C N O P
163 AB 1 28 10 5 11 2 0
Total C N O P
163 AD 1 28 10 5 11 2 0
Total C N O P
163 AF 1 28 10 5 11 2 0
Total C N O P
163 AH 1 28 10 5 11 2 0
Total C N O P
163 Al 1 28 10 5 11 2 0
Total C N O P
163 AL 1 28 10 5 11 2 0
Total C N O P
163 AN 1 28 10 5 11 2 0
Total C N O P
163 BD 1 28 10 5 11 2 0
Total C N O P
163 BF 1 28 10 5 11 2 0
Total C N O P
163 BH 1 28 10 5 11 2 0
Total C N O P
163 Bl I 28 10 5 11 2 0
Total C N O P
163 BL I 28 10 5 11 2 0
Total C N O P
163 BN 1 28 10 5 11 2 0

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

Mol | Chain | Residues Atoms AltConf
163 | CA 1 Tg;al 1% g ﬁ 5 0
163 | CC 1 Tg;al 1% 1; ﬁ 5 0
163 | CE | ng‘“ 1% E ﬁ g 0
163 | CG 1 Tg;al 1% E ﬁ g 0
163 | c1 | ngal 1% E ﬁ g 0
163 | CK 1 Tg;al 1% 1; ﬁ g 0
163 | CM 1 Tg;al 1% 1; S g 0
163 | DA 1 Tg;al 1% 1; ﬁ g 0
163 | DC 1 Tg;al 1% 1; ﬁ g 0
163 | DE 1 Tgtgal 1% 1;1 ﬁ g 0
163 | DG 1 ngal 1% 1;1 8 5 0
163 | DI 1 Tgtgal 1% 1;1 8 5 0
163 | DK 1 Tg;al 1% 1; 8 5 0
163 | DM 1 Tgtgal 1% 1; 8 5 0
IR
163 | EB 1 ngal 1% 15\} 8 1; 0
163 | ED 1 Tgtgal 1% 1; S 1; 0
163 | EF 1 Tgtgal 1% 1; ﬁ 1; 0
163 | EH 1 Tg;al 1C0 1; S 1; 0
163 | EJ | Tg;al 100 1; S 1; 0
163 | EL 1 ngﬂ 100 1; S 5 0

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

Mol | Chain | Residues Atoms AltConf
ml | 1 WO oTl
163 | FB 1 Tg;al 1% 1; ﬁ 5 0
163 | FD 1 Tg;al 1% g 8 g 0
163 | FF 1 Tg;al 1% E ﬁ g 0
163 | FH 1 ngal 1% g ﬁ g 0
163 | FJ | Tg;al 1% 1; ?1 g 0
163 | FL 1 Tg;al 1% 1; S g 0
ml o | 1 oot
163 | GB 1 Tg;al 1% 1; ﬁ g 0
163 | GD 1 Tgtgal 1% 1;1 ﬁ g 0
163 | GF 1 ngal 1% 1;1 8 5 0
163 | CH 1 Tgtgal 1% 1;1 8 5 0
163 | GJ 1 Tg;al 1% 1; 8 5 0
163 | GL 1 Tgtgal 1% 1; 8 5 0
RN
163 | HB 1 ngal 1% 15\} 8 1; 0
163 | HD 1 Tgtgal 1% 1; S 1; 0
163 | HF 1 Tgtgal 1% 1; ﬁ 1; 0
163 | HHA 1 Tg;al 1C0 1; S 1; 0
163 | HJ | Tg;al 100 1; S 1; 0
163 | HL 1 ngﬂ 100 1; S 5 0

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

Mol | Chain | Residues Atoms AltConf
DR
163 | 1B 1 Tg;al 1% 1; ﬁ 5 0
163 | 1D 1 Tg;al 1% g 8 g 0
163 | IF 1 Tg;al 1% E ﬁ g 0
163 | IH 1 ngal 1% g ﬁ g 0
163 | 1 | Tg;al 1% 1; ?1 g 0
163 | IL 1 Tg;al 1% 1; S g 0
163 | JA 1 Tg;al 1% 1; ﬁ g 0
163 | JC 1 Tg;al 1% 1; ﬁ g 0
163 | JE | Tgt;‘l 1% 1;1 ﬁ 5 0
163 | JG 1 ngal 1% 1;1 8 5 0
163 | JI | Tg;al 1% 1;1 S 5 0
163 | JK | Tg;al 1% I;I 8 5 0
163 | JM 1 Tg;al 100 1; 8 5 0
163 | KA 1 ngal 1% 1; 8 1; 0
163 | KC 1 ngal 1% 15\} 8 1; 0
163 | KE 1 Tgtgal 1% 1; S 1; 0
163 | KGC 1 Tgtgal 1% 1; ﬁ 1; 0
163 | KI 1 Tg;al 1C0 1; S 1; 0
163 | KK 1 Tg;al 100 1; S 1; 0
163 | KM 1 ngﬂ 100 1; S 5 0

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

Mol | Chain | Residues Atoms AltConf
163 | LA 1 Tg;al 1% g ﬁ 5 0
163 | LC 1 Tg;al 1% 1; ﬁ 5 0
163 | LE 1 Tg;al 1% g 8 g 0
163 | LG | ngal 1% E S g 0
163 | LI 1 ngal 1% g ﬁ g 0
163 | LK 1 Tg;al 1% 1; ﬁ g 0
163 | LM 1 Tg;al 1% 1; S g 0
163 | LO 1 Tg;al 1% 1; ﬁ g 0
DEEEEE S
163 | MB 1 Tgtgal 1% 1;1 ﬁ g 0
163 | MD 1 ngal 1% 1;1 8 5 0
163 | MF 1 Tgtgal 1% 1;1 8 5 0
163 | MH 1 Tg;al 1% 1; 8 5 0
163 | MJ 1 Tg;al 100 1; 8 5 0
163 | ML 1 ngal 1% 1; 8 1; 0
163 | MN 1 ngal 1% 15\} 8 1; 0
DR
163 | NB 1 Tgtgal 1% 1; ﬁ 1; 0
163 | ND 1 Tg;al 1C0 1; S 1; 0
163 | NF 1 Tg;al 100 1; S 1; 0
163 | NH 1 ngﬂ 100 1; S 5 0
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Mol | Chain | Residues Atoms AltConf
163 | NJ 1 Tg;al 1% 1; ﬁ 5 0
163 | NL 1 Tg;al 1% 1; 8 g 0
163 | O | ng‘“ 1% E ﬁ g 0
163 | OB | ngal 1% E S g 0
163 | OD | ngal 1% E ﬁ g 0
163 | OF 1 Tg;al 1% 1; ﬁ g 0
163 | oH 1 Tg;al 1% 1; S g 0
163 | 0J 1 Tg;al 1% 1; ﬁ g 0
163 | OL 1 Tg;al 1% 1; ﬁ g 0
DN
163 | PB 1 ngal 1% 1;1 8 5 0
163 | PD 1 Tgtgal 1% 1;1 8 5 0
163 | PF 1 Tg;al 1% 1; 8 5 0
163 | PH 1 Tgtgal 1% 1; 8 5 0
163 | PJ | ngal 100 1; 8 1; 0
163 | PL 1 ngal 1% 15\} 8 1; 0
w1 oo
ml e | 1 oot
m | 1 [y or
mlas | 1 [ oY oT
wla | 1 oo
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Mol | Chain | Residues Atoms AltConf
m o | 1 [N OT
163 | RA 1 Tg;al 1% 1; ﬁ 5 0
163 | RC | ng‘“ 1% E ﬁ g 0
163 | RE | ngal 1% E S g 0
163 | RG | ngal 1% E ﬁ g 0
163 | RI | Tg;al 1% 1; ?1 g 0
163 | RK | Tgtgal 1% 1; ?1 g 0
m s | 1 oot
163 | SB 1 Tg;al 1% 1; ﬁ g 0
163 | SD 1 Tgtgal 1% 1;1 ﬁ g 0
163 | SF 1 ngal 1% 1;1 8 5 0
163 | SH 1 Tgtgal 1% 1;1 8 5 0
163 | SJ 1 Tg;al 1% 1; 8 5 0
w[ x| T [V oTT
163 | TB 1 ngal 1% 1; 8 1; 0
163 | TD 1 ngal 1% 15\} 8 1; 0
163 | TF 1 Tgtgal 1% 1; S 1; 0
163 | TH 1 Tgtgal 1% 1; ﬁ 1; 0
163 | TJ | ngal 1C0 1; ﬁ 1; 0
163 | TL 1 Tg;al 100 1; S 1; 0
ml o | 1 oy eT
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Mol | Chain | Residues Atoms AltConf
163 | UB 1 Tg;al 1% 1; ﬁ 5 0
163 | UD | Tg;al 1% 1; ﬁ 5 0
163 | UF | ng‘“ 1% E ﬁ g 0
163 | UH | ngal 1% E S g 0
163 | UJ | ngal 1% E ﬁ g 0
163 | UL | Tg;al 1% 1; ?1 g 0
IR
163 | VB | Tgtgal 1% 1; ?1 g 0
163 | VD | Tgtgal 1% 1; ﬁ 5 0
163 | VF | Tgt;‘l 1% 1;1 ﬁ 5 0
163 | VH | Tg;al 1% 1;1 ﬁ Pz) 0
163 | VJ | Tg;al 1% 1;1 S 5 0
163 | VL | Tg;al 1% I;I 8 5 0
IR RS I
163 | WB | ngal 100 1; 8 1; 0
163 | WD | ngal 100 15\} 8 1; 0
163 | WF | T;gal ICO 1; ﬁ 1; 0
163 | WH | ngal 1% 1; ﬁ 1; 0
163 | Wy | ngal 1C0 1; ﬁ 1; 0
163 | WL | Tg;al 100 1; S 1; 0
163 | AP | Tgt;l 100 1; S 123 0
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Mol | Chain | Residues Atoms AltConf
163 | AR 1 Tg;al 1% g ﬁ 5 0
163 | AT 1 Tg;al 1% 1; 8 g 0
163 | AV | ng‘“ 1% E ﬁ g 0
163 | AX 1 Tg;al 1% g ﬁ g 0
163 | AZ 1 ngal 1% g ﬁ g 0
163 | BP 1 Tg;al 1% 1; ﬁ g 0
163 | BR | Tgtgal 1% 1; ?1 g 0
163 | BT 1 Tg;al 1% 1; ﬁ g 0
163 | BV | Tgtgal 1% 1; ﬁ 5 0
163 | BX 1 Tgtgal 1% 1;1 ﬁ g 0
163 | CO 1 ngal 1% 1;1 8 5 0
163 | CQ 1 Tgtgal 1% 1;1 8 5 0
163 | CS 1 Tg;al 1% 1; 8 5 0
163 | CU 1 Tgtgal 1% 1; 8 5 0
163 | CW 1 ngal 1% 1; 8 1; 0
163 | CY 1 ngal 1% 15\} 8 1; 0
163 | DO 1 Tgtgal 1% 1; S 1; 0
163 | DQ 1 Tgtgal 1% 1; ﬁ 1; 0
163 | DS 1 Tg;al 1C0 1; S 1; 0
163 | DU | Tg;al 100 1; S 1; 0
163 | DW | Tgt;l 100 1; S 123 0
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Mol | Chain | Residues Atoms AltConf
163 | DY 1 Tg;al 1% g ﬁ 5 0
163 | EN 1 Tg;al 1% 1; 8 g 0
163 | EP 1 Tg;al 1% g 8 g 0
163 | ER | ngal 1% E S g 0
163 | ET 1 ngal 1% g ﬁ g 0
163 | EV | Tg;al 1% 1; ?1 g 0
163 | EX 1 Tg;al 1% 1; S g 0
163 | FN 1 Tg;al 1% 1; ﬁ g 0
163 | FP 1 Tg;al 1% 1; ﬁ g 0
163 | FR | Tgt;‘l 1% 1;1 ﬁ 5 0
163 | FT 1 ngal 1% 1;1 8 5 0
163 | FV | Tg;al 1% 1;1 S 5 0
163 | FX 1 Tg;al 1% 1; 8 5 0
163 | CN 1 Tgtgal 1% 1; 8 5 0
163 | GP 1 ngal 1% 1; 8 1; 0
163 | GR 1 ngal 1% 15\} 8 1; 0
163 | CT 1 Tgtgal 1% 1; S 1; 0
163 | GV 1 Tgtgal 1% 1; ﬁ 1; 0
163 | GX 1 Tg;al 1C0 1; S 1; 0
163 | HN 1 Tg;al 100 1; S 1; 0
163 | HP 1 ngﬂ 100 1; S 5 0
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Mol | Chain | Residues Atoms AltConf
163 | HR 1 Tg;al 1% 1; ﬁ 5 0
163 | HT 1 Tg;al 1% 1; 8 g 0
163 | HV | ng‘“ 1% E ﬁ g 0
163 | HX 1 Tg;al 1% E ﬁ g 0
163 | 1IN 1 ngal 1% g ﬁ g 0
163 | IP 1 Tg;al 1% 1; ﬁ g 0
163 | IR | Tgtgal 1% 1; ?1 g 0
163 | IT 1 Tg;al 1% 1; ﬁ g 0
163 | 1V | Tgtgal 1% 1; ﬁ 5 0
163 | 1IX 1 Tgtgal 1% 1;1 ﬁ g 0
163 | JO 1 ngal 1% 1;1 8 5 0
163 | JQ 1 Tgtgal 1% 1;1 8 5 0
163 | JS 1 Tg;al 1% 1; 8 5 0
163 | JU 1 Tg;al 100 1; 8 5 0
163 | JW | ngal 100 1; 8 1; 0
163 | JY | ngal 100 15\} 8 1; 0
163 | KO 1 Tgtgal 1% 1; S 1; 0
163 | KQ 1 Tgtgal 1% 1; ﬁ 1; 0
163 | KS 1 Tg;al 1C0 1; S 1; 0
163 | KU | Tg;al 100 1; S 1; 0
163 | KW 1 ngﬂ 100 1; S 5 0
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Mol | Chain | Residues Atoms AltConf
163 | KY 1 Tg;al 1% g ﬁ 5 0
163 | LQ 1 Tg;al 1% 1; 8 g 0
163 | 1S | ng‘“ 1% E ﬁ g 0
163 | LU | ngal 1% E S g 0
163 | W | ngal 1% E ﬁ g 0
163 | LY 1 Tg;al 1% 1; ﬁ g 0
163 | MP 1 Tg;al 1% 1; S g 0
163 | MR | Tgtgal 1% 1; ?1 g 0
163 | MT 1 Tg;al 1% 1; ﬁ g 0
163 | MV | Tgt;‘l 1% 1;1 ﬁ 5 0
163 | MX 1 ngal 1% 1;1 8 5 0
163 | MZ 1 Tgtgal 1% 1;1 8 5 0
163 | PN 1 Tg;al 1% 1; 8 5 0
163 | PP 1 Tgtgal 1% 1; 8 5 0
163 | PR | ngal 100 1; 8 1; 0
163 | PT 1 ngal 1% 15\} 8 1; 0
163 | PV | T;gal ICO 1; ﬁ 1; 0
163 | PX 1 Tgtgal 1% 1; ﬁ 1; 0
m o | 1 [y oT
w0 | 1 oo
OCINEE S SR
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Mol | Chain | Residues Atoms AltConf
163 | QS 1 Tg;al 1% g ﬁ 5 0
163 | QU 1 Tg;al 1% 1; ﬁ 5 0
163 | QW | ng‘“ 1% E ﬁ g 0
163 | RM | ngal 1% E S g 0
163 | RO | ngal 1% E ﬁ g 0
163 | RQ 1 Tg;al 1% 1; ﬁ g 0
163 | RS 1 Tg;al 1% 1; S g 0
163 | RU | Tgtgal 1% 1; ?1 g 0
163 | RW | Tgtgal 1% 1; ﬁ 5 0
163 | SL 1 Tgtgal 1% 1;1 ﬁ g 0
163 | SN 1 ngal 1% 1;1 8 5 0
163 | SP 1 Tgtgal 1% 1;1 8 5 0
163 | SR 1 Tg;al 1% 1; 8 5 0
163 | ST 1 Tgtgal 1% 1; 8 5 0
163 | SV 1 ngal 1% 1; 8 1; 0
163 | TN 1 ngal 1% 15\} 8 1; 0
163 | TP 1 Tgtgal 1% 1; S 1; 0
163 | TR 1 ngal 1% 1; ﬁ 1; 0
163 | TT 1 Tg;al 1C0 1; S 1; 0
163 | TV 1 Tg;al 100 1; S 1; 0
163 | TX 1 ngﬂ 100 1; S 5 0
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Mol | Chain | Residues Atoms AltConf
163 | UN 1 Tg;al 1% 1; ﬁ 5 0
163 | UP | Tg;al 1% 1; ﬁ 5 0
163 | UR | ng‘“ 1% E ﬁ g 0
163 | UT | ngal 1% E S g 0
163 | UV | ngal 1% E ﬁ g 0
163 | UX | Tg;al 1% 1; ?1 g 0
163 | VN | Tgtgal 1% 1; ?1 g 0
163 | VP | Tgtgal 1% 1; ?1 g 0
163 | VR | Tgtgal 1% 1; ﬁ 5 0
163 | VT | Tgt;‘l 1% 1;1 ﬁ 5 0
163 | Vv | Tg;al 1% 1;1 ﬁ Pz) 0
163 | VX | Tg;al 1% 1;1 S 5 0
163 | WN | Tg;al 1% I;I 8 5 0
163 | WP | Tg;al 100 1; 8 5 0
163 | WR | ngal 100 1; 8 1; 0
163 | WT | ngal 100 15\} 8 1; 0
163 | wv | T;gal ICO 1; ﬁ 1; 0
163 | WX | ngal 1% 1; ﬁ 1; 0
163 | NN 1 Tg;al 1C0 1; S 1; 0
163 | NP 1 Tg;al 100 1; S 1; 0
163 | NR | Tgt;l 100 1; S 123 0
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Mol | Chain | Residues Atoms AltConf
163 | NT 1 Tg;al 1% g ﬁ 5 0
163 | NV 1 Tg;al 1% 1; ﬁ 5 0
163 | NX 1 Tg;al 1% g 8 g 0
163 | ON | ngal 1% E S g 0
163 | op | ngal 1% E ﬁ g 0
163 | OR 1 Tg;al 1% 1; ﬁ g 0
163 | OT 1 Tg;al 1% 1; S g 0
163 | OV 1 Tg;al 1% 1; ﬁ g 0
163 | OX 1 Tg;al 1% 1; ﬁ g 0

e Molecule 164 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms AltConf
164 A 1 Total Mg 0
1 1
164 | AC | Toltal Dﬁg 0
164 | AE 1 Toltal N{g 0
164 | AG 1 Toltal N{g 0
164 | Al 1 Total - Mg 0
1 1
164 | AK 1 Toltal N{g 0
164 | AM 1 Toltal hgg 0
164 | BA 1 Toltal N{g 0
164 | BE 1 Toltal N{g 0
164 | BG 1 Toltal N{g 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
164 | BI | Total - Mg 0
1 1
164 | BK | Toltal N{g 0
164 | BM 1 Toltal N{g 0
164 C 1 Total Mg 0
1 1
164 | CB | Toltal hﬁg 0
164 | CD 1 Toltal N{g 0
164 | CF 1 Toltal N{g 0
164 | CH 1 Toltal N{g 0
164 | CJ 1 Total = Mg 0
1 1
164 | CK 1 Toltal N{g 0
164 D 1 Total Mg 0
1 1
164 | DB 1 Toltal N{g 0
164 | DD 1 Toltal N{g 0
164 | DF 1 Toltal N{g 0
164 | DH 1 Toltal l\gg 0
164 | DJ 1 Total = Mg 0
1 1
164 | DK 1 Toltal l\gg 0
164 | EA 1 Toltal l\gg 0
164 | EC 1 Toltal l\gg 0
164 | EE 1 Tolta“l l\gg 0
164 | EG 1 Tolta‘l l\gg 0
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Mol | Chain | Residues Atoms AltConf
164 | EI | Total - Mg 0
1 1
164 | EK 1 Toltal N{g 0
164 | FA 1 Toltal N{g 0
164 | FC | Toltal N{g 0
164 | FE 1 Toltal hgg 0
164 | FG 1 Toltal N{g 0
164 | FI 1 Total -~ Mg 0
1 1
164 | FJ 1 Total -~ Mg 0
1 1
164 | GA 1 Toltal N{g 0
164 | GC 1 Toltal N{g 0
164 | GE 1 Toltal N{g 0
164 | GG 1 Toltal N{g 0
164 | CI 1 Total - Mg 0
1 1
164 | GK 1 Toltal N{g 0
164 | HA 1 Toltal l\gg 0
164 | HB 1 Toltal l\gg 0
164 | HD 1 Toltal l\gg 0
164 | HG 1 Toltal l\gg 0
164 | HH 1 Toltal l\gg 0
164 | HK 1 Tolta“l l\gg 0
164 | HL 1 Toltal l\gg 0
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Mol | Chain | Residues Atoms AltConf

164 | T | Total - Mg 0
1 1

164 | IC 1 Total - Mg 0
1 1

164 | IE 1 Total - Mg 0
1 1

164 | 1G | Total - Mg 0
1 1

164 11 1 Total -~ Mg 0
1 1

164 | 1K 1 Total -~ Mg 0
1 1

164 | IL 1 Total -~ Mg 0
1 1

164 ] 1 Total Mg 0
1 1

164 | JB 1 Total = Mg 0
1 1

164 | JD 1 Total - Mg 0
1 1

164 | JF 1 Total -~ Mg 0
1 1

164 | JH 1 Total = Mg 0
1 1

164 | 13 | Total - Mg 0
1 1

164 | JL 1 Total = Mg 0
1 1

164 | JM 1 Toltal l\gg 0

164 | K 1 Total Mg 0
1 1

164 | KB 1 Toltal l\gg 0

164 | KD 1 Toltal l\gg 0

164 | KF 1 Toltal l\gg 0

164 | KH 1 Tolta“l l\gg 0

164 | KJ 1 Tolta‘l l\gg 0
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Mol | Chain | Residues Atoms AltConf

164 | KL | Toltal N{g 0

164 | KN 1 Toltal N{g 0

164 L 1 Total Mg 0
1 1

164 | LB 1 Total - Mg 0
1 1

164 | LD 1 Toltal hgg 0

164 | LF 1 Total -~ Mg 0
1 1

164 | LG 1 Toltal N{g 0

164 | LJ 1 Total -~ Mg 0
1 1

164 | LL 1 Total = Mg 0
1 1

164 | LN 1 Toltal N{g 0

164 | MA 1 Toltal N{g 0

164 | MC 1 Toltal N{g 0

164 | ME 1 Toltal N{g 0

164 | MG 1 Toltal N{g 0

164 | MI 1 Total = Mg 0
1 1

164 | MK 1 Toltal l\gg 0

164 | MM 1 Toltal l\gg 0

164 | NA 1 Toltal l\gg 0

164 | NC 1 Toltal l\gg 0

164 | NE 1 Tolta“l l\gg 0

164 | NG 1 Tolta‘l l\gg 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf

164 | NI | Total - Mg 0
1 1

164 | NJ 1 Total - Mg 0
1 1

164 | NM 1 Toltal N{g 0

164 | OA | Toltal N{g 0

164 | OC 1 Toltal hgg 0

164 | OD 1 Toltal N{g 0

164 | OG 1 Toltal N{g 0

164 | Ol 1 Total -~ Mg 0
1 1

164 | OK 1 Toltal N{g 0

164 | OM 1 Toltal N{g 0

164 | PA 1 Toltal N{g 0

164 | PC 1 Toltal N{g 0

164 | PE 1 Toltal N{g 0

164 | PF 1 Toltal N{g 0

164 | PI 1 Total = Mg 0
1 1

164 | PK 1 Toltal l\gg 0

164 | PL 1 Total = Mg 0
1 1

164 Q 1 Total Mg 0
1 1

164 | QB 1 Toltal l\gg 0

164 | QD 1 Tolta“l l\gg 0

164 | QF 1 Tolta‘l l\gg 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
164 | Qu | Toltal N{g 0
164 | QJ 1 Toltal N{g 0
164 | QL | Toltal N{g 0
164 | R 1 Total -~ Mg 0
1 1
164 | RB 1 Toltal hgg 0
164 | RD 1 Toltal N{g 0
164 | RF 1 Toltal N{g 0
164 | RH 1 Toltal N{g 0
164 | RJ | Toltal hgg 0
164 | RL 1 Toltal N{g 0
164 | SA 1 Toltal N{g 0
164 | SB 1 Toltal N{g 0
164 | SE 1 Total - Mg 0
1 1
164 | SG 1 Toltal N{g 0
164 | SI 1 Total = Mg 0
1 1
164 | SJ 1 Total = Mg 0
1 1
164 | T 1 Total - Mg 0
1 1
164 | TC 1 Toltal l\gg 0
164 | TE 1 Toltal l\gg 0
164 | TG 1 Tolta“l l\gg 0
164 | TI 1 Tolta‘l l\gg 0
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Mol | Chain | Residues Atoms AltConf
164 | TK 1 Toltal N{g 0
164 | TL 1 Toltal N{g 0
164 | UA 1 Toltal N{g 0
164 | UC | Toltal N{g 0
164 | UE 1 Toltal hgg 0
164 | UG 1 Toltal N{g 0
164 | UI 1 Total - Mg 0
11
164 | UK 1 Toltal N{g 0
164 | VA 1 Toltal N{g 0
164 | VC 1 Toltal N{g 0
164 | VE 1 Toltal N{g 0
164 | VG 1 Toltal N{g 0
164 | VI 1 Total - Mg 0
11
164 | VK 1 Toltal N{g 0
164 | VM 1 Toltal l\gg 0
164 | WA 1 Toltal l\gg 0
164 | WC 1 Toltal l\gg 0
164 | WE 1 Toltal l\gg 0
164 | WF 1 Toltal l\gg 0
164 | WI 1 Tolta“l l\gg 0
164 | WK 1 Toltal l\gg 0
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Mol | Chain | Residues Atoms AltConf
164 | WM 1 Toltal N{g 0
164 | AO 1 Toltal N{g 0
164 | AQ | Toltal N{g 0
164 | AS | Toltal N{g 0
164 | AU 1 Toltal hgg 0
164 | AW 1 Toltal N{g 0
164 | AY 1 Toltal N{g 0
164 | BO 1 Toltal N{g 0
164 | BQ 1 Toltal N{g 0
164 | BS 1 Total - Mg 0
11
164 | BU 1 Toltal N{g 0
164 | BW 1 Toltal N{g 0
164 | BY 1 Toltal N{g 0
164 | CN 1 Toltal N{g 0
164 | CP 1 Toltal l\gg 0
164 | CR 1 Toltal l\gg 0
164 | CT 1 Toltal l\gg 0
164 | CV 1 Toltal l\gg 0
164 | CX 1 Toltal l\gg 0
164 | DN 1 Tolta“l l\gg 0
164 | DP 1 Toltal l\gg 0
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Mol | Chain | Residues Atoms AltConf
164 | DR 1 Toltal N{g 0
164 | DT 1 Toltal N{g 0
164 | DV 1 Toltal N{g 0
164 | DW 1 Toltal N{g 0
164 | EM 1 Toltal hgg 0
164 | EO 1 Toltal N{g 0
164 | EQ 1 Toltal N{g 0
164 | ES 1 Total - Mg 0
11
164 | EU 1 Toltal N{g 0
164 | EW 1 Toltal N{g 0
164 | FM 1 Toltal N{g 0
164 | FO 1 Toltal N{g 0
164 | FQ 1 Toltal N{g 0
164 | FR 1 Toltal N{g 0
164 | FT 1 Toltal l\gg 0
164 | FV 1 Toltal l\gg 0
164 | GM 1 Toltal l\gg 0
164 | GO 1 Toltal l\gg 0
164 | GQ | Toltal hgg 0
164 | GS 1 Tolta“l l\gg 0
164 | CT 1 Tolta‘l l\gg 0
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Mol | Chain | Residues Atoms AltConf

164 | GV 1 Toltal N{g 0

164 | HN 1 Toltal N{g 0

164 | HP 1 Toltal N{g 0

164 | HS | Toltal N{g 0

164 | HT 1 Toltal hgg 0

164 | HW 1 Toltal N{g 0

164 | HX 1 Toltal N{g 0

164 | 10 1 Total -~ Mg 0
1 1

164 | 1Q 1 Toltal N{g 0

164 | IS 1 Total - Mg 0
1 1

164 | IT 1 Total -~ Mg 0
1 1

164 | IW 1 Toltal N{g 0

164 | IX 1 Total - Mg 0
1 1

164 | JP 1 Total = Mg 0
1 1

164 | IR | Toltal hgg 0

164 | JT 1 Total = Mg 0
1 1

164 | JV | Toltal hgg 0

164 | JX 1 Total = Mg 0
1 1

164 | JY 1 Toltal l\gg 0

164 | KP 1 Tolta“l l\gg 0

164 | KR 1 Tolta‘l l\gg 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
164 | KT 1 Toltal N{g 0
164 | KV 1 Toltal N{g 0
164 | KX 1 Toltal N{g 0
164 | KZ 1 Toltal N{g 0
164 | LP 1 Toltal hgg 0
164 | LR 1 Toltal N{g 0
164 | LT 1 Toltal N{g 0
164 | LV 1 Toltal N{g 0
164 | 1X 1 Toltal N{g 0
164 | LZ 1 Total -~ Mg 0
11
164 | MO 1 Toltal N{g 0
164 | MQ 1 Toltal N{g 0
164 | MS 1 Toltal N{g 0
164 | MU 1 Toltal N{g 0
164 | MW 1 Toltal l\gg 0
164 | MY 1 Toltal l\gg 0
164 | PO 1 Toltal l\gg 0
164 | PQ 1 Toltal l\gg 0
164 | PR 1 Toltal l\gg 0
164 | PU 1 Tolta“l l\gg 0
164 | PW 1 Tolta‘l l\gg 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
164 | PX | Toltal N{g 0
164 | QN 1 Toltal N{g 0
164 | QP | Toltal N{g 0
164 | QR | Toltal N{g 0
164 | QT | Toltal hﬁg 0
164 | QV 1 Toltal N{g 0
164 | QX 1 Toltal N{g 0
164 | RN 1 Toltal N{g 0
164 | RP 1 Toltal N{g 0
164 | RR | Toltal hgg 0
164 | RT 1 Toltal N{g 0
164 | RV | Toltal N{g 0
164 | RX 1 Toltal N{g 0
164 | SM 1 Toltal N{g 0
164 | SN 1 Total = Mg 0
1 1
164 | SQ | Toltal hgg 0
164 | SS 1 Total = Mg 0
1 1
164 | SU 1 Total = Mg 0
1 1
164 | SV 1 Toltal l\gg 0
164 | TO 1 Tolta“l l\gg 0
164 | TQ 1 Tolta‘l l\gg 0
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Mol | Chain | Residues Atoms AltConf
164 | TS 1 Toltal N{g 0
164 | TU 1 Toltal N{g 0
164 | TW 1 Toltal N{g 0
164 | UM 1 Toltal N{g 0
164 | UO | Toltal hﬁg 0
164 | UQ 1 Toltal N{g 0
164 | US 1 Toltal N{g 0
164 | UU | Toltal hgg 0
164 | UW | Toltal hgg 0
164 | VO 1 Toltal N{g 0
164 | VQ 1 Toltal N{g 0
164 | VS 1 Toltal N{g 0
164 | VU | Toltal N{g 0
164 | VW 1 Toltal l\gg 0
164 | VY 1 Toltal l\gg 0
164 | WO 1 Toltal l\gg 0
164 | WQ 1 Toltal l\gg 0
164 | WR 1 Toltal hgg 0
164 | WU | Toltal hgg 0
164 | Ww | Toltal hgg 0
164 | WY 1 Toltal l\gg 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
164 | NO | Toltal N{g 0
164 | NQ 1 Toltal N{g 0
164 | NS 1 Toltal N{g 0
164 | NU 1 Toltal N{g 0
164 | NV 1 Toltal hgg 0
164 | NY 1 Toltal N{g 0
164 | 00 1 Toltal N{g 0
164 | OP 1 Toltal N{g 0
164 | OS 1 Toltal N{g 0
164 | OU 1 Toltal N{g 0
164 | OW 1 Toltal N{g 0
164 | OY 1 Toltal N{g 0
164 61 1 Total - Mg 0
1 1
164 | 6p 1 Total - Mg 0
1 1
164 | 9R 1 Toltal l\gg 0
164 | 7A 1 Toltal l\gg 0
164 | 7D 1 Toltal l\gg 0

e Molecule 165 is GUANOSINE-5-TRIPHOSPHATE (CCD ID: GTP) (formula: C;oH14N5014P3).
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GTP
e
HN 25 | .
ke
OH
Oom
R
e :
HO ._P o
2
Mol | Chain | Residues Atoms AltConf
Total C N O P
165 AA 1 32 10 5 14 3 0
Total C N O P
165 AB 1 32 10 5 14 3 0
Total C N O P
165 AD 1 32 10 5 14 3 0
Total C N O P
165 AG 1 32 10 5 14 3 0
Total C N O P
165 Al 1 32 10 5 14 3 0
Total C N O P
165 AK 1 32 10 5 14 3 0
Total C N O P
165 AM 1 32 10 5 14 3 0
Total C N O P
165 BA 1 32 10 5 14 3 0
Total C N O P
165 BE 1 32 10 5 14 3 0
Total C N O P
165 BG 1 32 10 5 14 3 0
Total C N O P
165 BI 1 32 10 5 14 3 0
Total C N O P
165 BK I 32 10 5 14 3 0
Total C N O P
165 BM I 32 10 5 14 3 0
Total C N O P
165 C 1 32 10 5 14 3 0

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

Mol | Chain | Residues Atoms AltConf
165 | OB 1 Tg;al 1% g ﬁ 5 0
165 | CC 1 Tg;al 1% 1; 1(31 5 0
165 | CE | T‘;g‘“ 1% E 1(31 5 0
165 | CH | Tg;al 1% E 1(31 5 0
165 | CJ | Tg;al 1% E 81 5 0
165 | CK 1 Tg;al 1% 1; 81 5 0
w[ o | [T ovoT
165 | DB 1 Tgtzal 1% 1; 81 Pg) 0
165 | DD 1 Tg;al 1% 1; 81 g 0
165 | DE 1 Tgt;‘l 1% 1;1 104 g 0
165 | DH 1 Tgtzal 1% 1;1 104 5 0
165 | DJ | Tgtzal 1% 1;1 81 g 0
165 | DL 1 ngal 1% 1; 81 5 0
165 | EA 1 Tg;al 1% 1; 81 E 0
165 | EC 1 ngal 1% 1; 1?1 1; 0
165 | ED 1 Tg;al 1% 15\} 81 1; 0
165 | EG 1 T‘;gal 1% 1; 81 1; 0
165 | EI 1 Tgt;‘l 1% 1; 1(1 1; 0
165 | EJ | Tgt;‘l 1C0 1; ﬁ 1; 0
165 | FA 1 Tgt;‘“l 100 1; 1(1 1; 0
165 | FC | ngal 100 1; 81 1; 0

Continued on next page...



Page 108

wwPDB EM Validation Summary Report

EMD-72629, 9Y6S

Continued from previous page...

Mol | Chain | Residues Atoms AltConf
165 | FE 1 Tg;al 1% 1; 1(1 5 0
165 | FG 1 Tg;al 1% 1; 1(31 5 0
165 | FI 1 Tg;al 1% g 12 g 0
165 | FJ | Tg;al 1% E 1(31 5 0
165 | G 1 Tg;al 1% g 81 5 0
165 | GC 1 Tg;al 1% 1; 81 5 0
165 | GE 1 Tg;al 1% 1; 31 g 0
165 | GG 1 Tgtzal 1% 1; 81 Pg) 0
165 | GI 1 Tg;al 1% 1; 81 g 0
165 | CK 1 Tgt;‘l 1% 1;1 104 g 0
165 | GL 1 Tgtzal 1% 1;1 104 5 0
165 | HA 1 Tgtzal 1% 1;1 81 5 0
165 | HB 1 ngal 1% 1; 81 5 0
165 | HE 1 Tg;al 1% 1; 81 E 0
165 | HC 1 ngal 1% 1; 1?1 1; 0
165 | HI 1 Tg;al 1% 15\} 81 1; 0
165 | HK 1 T‘;gal 1% 1; 81 1; 0
165 | HM 1 Tgt;‘l 1% 1; 1(1 1; 0
165 | 1A 1 Tgt;‘l 1C0 1; ﬁ 1; 0
165 | 1C 1 Tgt;‘“l 100 1; 1(1 1; 0
165 | IE 1 ngal 100 1; 81 g 0

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

Mol | Chain | Residues Atoms AltConf
165 | 1G 1 Tg;al 1% g ﬁ 5 0
165 | 11 1 Tg;al 1% 1; 12 g 0
165 | 1K 1 Tg;al 1% g 12 g 0
165 | IM 1 Tg;al 1% E 1(31 5 0
165 | J | Tg;al 1% E 81 5 0
165 | JB | Tg;al 1% 1; 81 5 0
165 | JD | Tg;al 1% 1; 81 PS) 0
165 | JF | Tg;al 1% 1; 81 g 0
165 | JH | Tg;al 1% 1; 81 g 0
165 | J1J | Tgt;‘l 1% 1;1 104 g 0
165 | JK | ngal 1% 1;1 104 g 0
165 | JN | Tgtzal 1% 1;1 81 g 0
w| W | o [T ovoT,
165 | KB 1 Tg;al 1% 1; 81 E 0
165 | KD 1 ngal 1% 1; 1?1 1; 0
165 | KF 1 Tg;al 1% 15\} 81 1; 0
165 | KH 1 T‘;gal 1% 1; 81 1; 0
165 | KJ 1 Tgt;‘l 1% 1; 1(1 1; 0
165 | KL 1 Tgt;‘l 1C0 1; ﬁ 1; 0
165 | KN 1 Tgt;‘“l 100 1; 1(1 1; 0
RN

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
165 | LB 1 Tg;al 1% g ﬁ 5 0
165 | LD 1 Tg;al 1% 1; 1(31 5 0
165 | LF 1 Tg;al 1% g 12 g 0
165 | LH 1 Tg;al 1% E 1(31 5 0
165 | LJ | Tg;al 1% E 81 5 0
165 | LL 1 Tg;al 1% 1; 81 5 0
165 | LN 1 Tg;al 1% 1; 31 g 0
165 | MA 1 Tgtzal 1% 1; 81 Pg) 0
165 | MC 1 Tg;al 1% 1; 81 g 0
165 | ME 1 Tgt;‘l 1% 1;1 104 g 0
165 | MG 1 Tgtzal 1% 1;1 104 5 0
165 | MI 1 Tgtzal 1% 1;1 81 5 0
165 | MJ | Tg;al 1% I;I 81 g 0
165 | MM 1 Tg;al 1% 1; 81 E 0
165 | NA 1 ngal 1% 1; 1?1 1; 0
165 | NC 1 Tg;al 1% 15\} 81 1; 0
165 | NE 1 T‘;gal 1% 1; 81 1; 0
165 | NF 1 Tgt;‘l 1% 1; 1(1 1; 0
165 | NI 1 Tgt;‘l 1C0 1; ﬁ 1; 0
165 | NK 1 Tgt;‘“l 100 1; 1(1 1; 0
165 | NM 1 ngal 100 1; 81 g 0

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

Mol | Chain | Residues Atoms AltConf
165 | OA 1 Tg;al 1% g ﬁ 5 0
165 | OC 1 Tg;al 1% 1; 1(31 5 0
165 | OD | T‘;g‘“ 1% E 1(31 5 0
165 | OG 1 Tg;al 1% E 1(31 5 0
165 | oI | Tg;al 1% E 81 5 0
165 | OK 1 Tg;al 1% 1; 81 5 0
165 | OM 1 Tg;al 1% 1; 31 g 0
165 | PA 1 Tgtzal 1% 1; 81 Pg) 0
165 | PC 1 Tg;al 1% 1; 81 g 0
165 | PE 1 Tgt;‘l 1% 1;1 104 g 0
165 | PG 1 Tgtzal 1% 1;1 104 5 0
165 | PI 1 Tgtzal 1% 1;1 81 5 0
165 | PK 1 ngal 1% 1; 81 5 0
165 | PM 1 Tg;al 1% 1; 81 E 0
w o | 1 oot
o | o [ ICYOT
165 | QC 1 T‘;gal 1% 1; 81 1; 0
o e | [ IeYOT
oo | [ mICYOTT
o w | o [ mIeYoT
w1 e YT

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
165 | R 1 Tg;al 1% g ﬁ 5 0
165 | RB 1 Tg;al 1% 1; 1(31 5 0
165 | RC | T‘;g‘“ 1% E 1(31 5 0
165 | RF | Tg;al 1% E 1(31 5 0
165 | RH | Tg;al 1% E 81 5 0
165 | RJ | Tg;al 1% 1; 81 5 0
165 | RL | Tg;al 1% 1; 81 PS) 0
165 | SA 1 Tgtzal 1% 1; 81 Pg) 0
165 | SC 1 Tg;al 1% 1; 81 g 0
165 | SE 1 Tgt;‘l 1% 1;1 104 g 0
165 | SG 1 Tgtzal 1% 1;1 104 5 0
165 | SI 1 Tgtzal 1% 1;1 81 5 0
165 | SK 1 ngal 1% 1; 81 5 0
w[ x| T [V oTT
165 | TC 1 ngal 1% 1; 1?1 1; 0
165 | TE 1 Tg;al 1% 15\} 81 1; 0
165 | TC 1 T‘;gal 1% 1; 81 1; 0
165 | TI 1 Tgt;‘l 1% 1; 1(1 1; 0
165 | TK 1 Tgt;‘l 1C0 1; ﬁ 1; 0
165 | UA 1 Tgt;‘“l 100 1; 1(1 1; 0
165 | UC | ngal 100 1; 81 1; 0

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

Mol | Chain | Residues Atoms AltConf
165 | UE 1 Tg;al 1% g ﬁ 5 0
165 | UG 1 Tg;al 1% 1; 1(31 5 0
165 | UI | T‘;g‘“ 1% E 1(31 5 0
165 | UK | Tg;al 1% E 1(31 5 0
165 | VA | Tg;al 1% E 81 5 0
165 | VC 1 Tg;al 1% 1; 81 5 0
165 | VE | Tg;al 1% 1; 81 PS) 0
165 | VG 1 Tgtzal 1% 1; 81 Pg) 0
165 | VH | Tg;al 1% 1; 81 g 0
165 | VK | Tgt;‘l 1% 1;1 104 g 0
165 | VM | ngal 1% 1;1 104 g 0
165 | WA 1 Tgtzal 1% 1;1 81 5 0
165 | WC 1 ngal 1% 1; 81 5 0
165 | WE 1 Tg;al 100 1; 81 g 0
165 | WG 1 ngal 1% 1; 1?1 1; 0
165 | WI | Tgt;‘l 100 15\} 81 1; 0
165 | WK | Tgt;‘l ICO 1; ﬁ 1; 0
165 | WM 1 Tgt;‘l 1% 1; 1(1 1; 0
165 | AO 1 Tgt;‘l 1C0 1; ﬁ 1; 0
165 | AP 1 Tgt;‘“l 100 1; 1(1 1; 0
165 | AS | ngal 100 1; 81 1; 0

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

Mol | Chain | Residues Atoms AltConf
165 | AU 1 Tg;al 1% g ﬁ 5 0
165 | AW 1 Tg;al 1% 1; 1(31 5 0
165 | AY 1 Tg;al 1% g 12 g 0
165 | BO | Tg;al 1% E 1(31 5 0
165 | BQ | Tg;al 1% E 81 5 0
165 | BS 1 Tg;al 1% 1; 81 5 0
165 | BU | Tg;al 1% 1; 81 PS) 0
165 | BW | Tg;al 1% 1; 81 g 0
165 | BY 1 Tg;al 1% 1; 81 g 0
165 | CN 1 Tgt;‘l 1% 1;1 104 g 0
165 | CO 1 Tgtzal 1% 1;1 104 5 0
165 | CQ 1 Tgtzal 1% 1;1 81 5 0
165 | CT 1 ngal 1% 1; 81 5 0
165 | CV 1 Tg;al 1% 1; 81 E 0
165 | CW 1 ngal 1% 1; 1?1 1; 0
165 | DN 1 Tg;al 1% 15\} 81 1; 0
165 | DP 1 T‘;gal 1% 1; 81 1; 0
165 | DQ 1 Tgt;‘l 1% 1; 1(1 1; 0
165 | DT 1 Tgt;‘l 1C0 1; ﬁ 1; 0
165 | DV | Tg;al 100 1; 81 1; 0
165 | DX 1 ngal 100 1; 81 g 0

Continued on next page...



Page 115

wwPDB EM Validation Summary Report

EMD-72629, 9Y6S
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Mol | Chain | Residues Atoms AltConf
165 | EM 1 Tg;al 1% g ﬁ 5 0
165 | EO 1 Tg;al 1% 1; 1(31 5 0
165 | EP 1 Tg;al 1% g 12 g 0
165 | ES | Tg;al 1% E 1(31 5 0
165 | EU | Tg;al 1% E 81 5 0
165 | EV | Tg;al 1% 1; 81 5 0
165 | FM 1 Tg;al 1% 1; 31 g 0
165 | FO 1 Tgtzal 1% 1; 81 Pg) 0
165 | FQ 1 Tg;al 1% 1; 81 g 0
165 | FS 1 Tgt;‘l 1% 1;1 104 g 0
165 | FT 1 Tgtzal 1% 1;1 104 5 0
165 | FV | Tgtzal 1% 1;1 81 g 0
165 | GO 1 ngal 1% 1; 81 5 0
165 | GQ 1 Tg;al 1% 1; 81 E 0
165 | GS 1 ngal 1% 1; 1?1 1; 0
165 | GU 1 Tg;al 1% 15\} 81 1; 0
165 | GW 1 T‘;gal 1% 1; 81 1; 0
165 | HN 1 Tgt;‘l 1% 1; 1(1 1; 0
165 | HQ 1 Tgt;‘l 1C0 1; ﬁ 1; 0
165 | HS 1 Tgt;‘“l 100 1; 1(1 1; 0
165 | HU 1 ngal 100 1; 81 g 0

Continued on next page...



Page 116

wwPDB EM Validation Summary Report

EMD-72629, 9Y6S

Continued from previous page...

Mol | Chain | Residues Atoms AltConf
165 | HW 1 ngal 1% 1; ﬁ 5 0
165 | HY 1 Tg;al 1% 1; 12 g 0
165 | 10 | T‘;g‘“ 1% E 1(31 5 0
165 | 1Q | Tg;al 1% E 1(31 5 0
165 | IS | Tg;al 1% E 81 5 0
165 | 1U | Tg;al 1% 1; 81 5 0
165 | TW | Tg;al 1% 1; 81 PS) 0
165 | IY 1 Tgtzal 1% 1; 81 Pg) 0
165 | JP | Tg;al 1% 1; 81 g 0
165 | JR | Tgt;‘l 1% 1;1 104 g 0
165 | JT | ngal 1% 1;1 104 g 0
165 | JV | Tgtzal 1% 1;1 81 g 0
165 | JW | Tg;al 1% I;I 81 g 0
165 | JZ 1 Tg;al 100 1; 81 g 0
165 | KP 1 ngal 1% 1; 1?1 1; 0
165 | KR | Tgt;‘l 100 15\} 81 1; 0
165 | KT 1 T‘;gal 1% 1; 81 1; 0
165 | KV 1 Tgt;‘l 1% 1; 1(1 1; 0
165 | KX 1 Tgt;‘l 1C0 1; ﬁ 1; 0
165 | Kz 1 Tgt;‘“l 100 1; 1(1 1; 0
165 | LP 1 ngal 100 1; 81 g 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
165 | LR 1 ngal 1% 1; ﬁ 5 0
165 | LT 1 Tg;al 1% 1; 12 g 0
165 | IV | T‘;g‘“ 1% E 1(31 5 0
165 | LX 1 Tg;al 1% E 1(31 5 0
165 | LZ 1 Tg;al 1% g 81 5 0
165 | MO 1 Tg;al 1% 1; 81 5 0
165 | MQ 1 Tg;al 1% 1; 31 g 0
165 | MS 1 Tgtzal 1% 1; 81 Pg) 0
165 | MU | Tg;al 1% 1; 81 g 0
165 | MV | Tgt;‘l 1% 1;1 104 g 0
165 | MY 1 Tgtzal 1% 1;1 104 5 0
165 | PO 1 Tgtzal 1% 1;1 81 5 0
165 | PQ 1 ngal 1% 1; 81 5 0
165 | PS 1 Tg;al 1% 1; 81 E 0
165 | PU | Tg;al 100 1; 81 1; 0
165 | PW | Tgt;‘l 100 15\} 81 1; 0
165 | PY 1 T‘;gal 1% 1; 81 1; 0
e | o [ mIeYOTT
165 | QO 1 Tgt;‘l 1C0 1; ﬁ 1; 0
165 | QR 1 Tgt;‘“l 100 1; 1(1 1; 0
w| o | 1 OV

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

Mol | Chain | Residues Atoms AltConf
165 | QU 1 Tg;al 1% g ﬁ 5 0
165 | QX 1 Tg;al 1% 1; 12 g 0
165 | RN | T‘;g‘“ 1% E 1(31 5 0
165 | RO | Tg;al 1% E 1(31 5 0
165 | RR | Tg;al 1% E 81 5 0
165 | RT | Tg;al 1% 1; 81 5 0
165 | RV | Tg;al 1% 1; 81 PS) 0
165 | RX | Tg;al 1% 1; 81 g 0
165 | SM 1 Tg;al 1% 1; 81 g 0
165 | SO 1 Tgt;‘l 1% 1;1 104 g 0
165 | SQ 1 Tgtzal 1% 1;1 104 5 0
165 | SS 1 Tgtzal 1% 1;1 81 5 0
165 | SU 1 ngal 1% 1; 81 5 0
165 | SW 1 Tg;al 1% 1; 81 E 0
165 | TM 1 ngal 1% 1; 1?1 1; 0
165 | TO 1 Tg;al 1% 15\} 81 1; 0
165 | TQ 1 T‘;gal 1% 1; 81 1; 0
165 | TS 1 Tgt;‘l 1% 1; 1(1 1; 0
165 | TU | Tgt;‘l 1C0 1; ﬁ 1; 0
165 | TW 1 Tgt;‘“l 100 1; 1(1 1; 0
165 | UM 1 ngal 100 1; 81 g 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
165 | UO 1 Tg;al 1% g ﬁ 5 0
165 | UQ 1 Tg;al 1% 1; 1(31 5 0
165 | US | T‘;g‘“ 1% E 1(31 5 0
165 | UU | Tg;al 1% E 1(31 5 0
165 | UW | Tg;al 1% E 81 5 0
165 | VO 1 Tg;al 1% 1; 81 5 0
165 | VQ 1 Tg;al 1% 1; 31 g 0
165 | VS 1 Tgtzal 1% 1; 81 Pg) 0
165 | VT | Tg;al 1% 1; 81 g 0
165 | vw | Tgt;‘l 1% 1;1 104 g 0
165 | VY | ngal 1% 1;1 104 g 0
165 | WO 1 Tgtzal 1% 1;1 81 5 0
165 | WQ 1 ngal 1% 1; 81 5 0
165 | WS 1 Tg;al 1% 1; 81 E 0
165 | WU | Tg;al 100 1; 81 1; 0
165 | Ww | Tgt;‘l 100 15\} 81 1; 0
165 | Wy | Tgt;‘l ICO 1; ﬁ 1; 0
165 | NO 1 Tgt;‘l 1% 1; 1(1 1; 0
165 | NQ 1 Tgt;‘l 1C0 1; ﬁ 1; 0
165 | NR | Tg;al 100 1; 81 1; 0
165 | NU 1 ngal 100 1; 81 g 0

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

Mol | Chain | Residues Atoms AltConf
165 | NW 1 ngal 1% 1; ﬁ 5 0
165 | NY 1 Tg;al 1% 1; 12 g 0
165 | 00 | T‘;g‘“ 1% E 1(31 5 0
165 | OP | Tg;al 1% E 1(31 5 0
165 | OS 1 Tg;al 1% g 81 5 0
165 | OU 1 Tg;al 1% 1; 81 5 0
165 | OW 1 Tg;al 1% 1; 31 g 0
165 | OY 1 Tgtzal 1% 1; 81 Pg) 0

e Molecule 166 is ZINC ION (CCD ID: ZN) (formula: Zn).

Mol | Chain | Residues Atoms AltConf

166 KB 1 Total Zn 0
1 1

166 | KD | Toltal Zln 0

166 | KN | Toltal Zln 0

166 LD 1 Total Zn 0
1 1

166 LF 1 Total Zn 0
1 1

166 LN 1 Total Zn 0
1 1

166 KP 1 Total Zn 0
1 1

166 Lp 1 Total Zn 0
1 1

166 | LR | Total - Zn 0
1 1

166 | LZ 1 Total - Zn 0
1 1

166 | 0A 1 Toltal Zln 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
166 0 1 Total Zn 0
1 1
166 0z 1 Total Zn 0
1 1
Total Zn
166 1V 2 9 9 0
Total Zn
166 1b 2 9 9 0
Total Zn
166 le 2 9 9 0
166 1q 1 Total Zn 0
1 1
166 1s 1 Total Zn 0
1 1
166 Lw 1 Total Zn 0
1 1
166 Ix 1 Total Zn 0
1 1
166 29 1 Total Zn 0
1 1
166 0B 1 Total Zn 0
1 1
166 9A 1 Total Zn 0
1 1
166 W 5 Total Zn 0
2 2
166 | 1% 1 Total - Zn 0
1 1
Total Zn
166 lc 2 5 9 0
Total Zn
166 oF 2 5 9 0
Total Zn
166 1f 2 5 9 0
. Total Zn
166 11 2 5 9 0
166 1t 1 Total Zn 0
1 1
166 Iy 1 Total Zn 0
1 1
166 | 1z 1 Toltal Zln 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
166 | 3T | Total~ Zn 0
1 1
Total Zn
166 4X 2 9 9 0
166 1y 1 Total Zn 0
1 1
166 59 1 Total Zn 0
1 1
166 5T 1 Total Zn 0
1 1
166 5U 1 Total Zn 0
1 1
166 | 5V 1 Total - Zn 0
1 1
Total Zn
166 4L 2 5 9 0

e Molecule 167 is CALCIUM ION (CCD ID: CA) (formula: Ca).

Mol | Chain | Residues Atoms AltConf
167 | 1S | Total - Ca 0
1 1
167 | 2v 1 Total = Ca 0
1 1
167 | 2w 1 Total = Ca 0
1 1
167 | 1T 1 Total = Ca 0
1 1
167 | 2x 1 Toltal Cla 0

e Molecule 168 is ADENOSINE-5-TRIPHOSPHATE (CCD ID: ATP) (formula: C1oH6N5013P3).
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ATP
NH.
s
N -2
@ L: -
b OH
g
o,
g :
HO g o
0
Mol | Chain | Residues Atoms AltConf
Total C N O P
168 | 2v 1 31 10 5 13 3 0
Total C N O P
168 | 2w 1 31 10 5 13 3 0
Total C N O P
168 1 2 I 31 10 5 13 3 0
Total C N O P
168 6l 1 31 10 5 13 3 0
Total C N O P
168 | Op I 31 10 5 13 3 0
Total C N O P
168 9K 1 31 10 5 13 3 0
Total C N O P
168 | 6u 1 31 10 5 13 3 0
Total C N O P
168 A 1 31 10 5 13 3 0
Total C N O P
168 D 1 31 10 5 13 3 0
Total C N O P
168 | 8a 1 31 10 5 13 3 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, Not provided
Number of particles used 281984 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION
Microscope TFS KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 62.6 Depositor
Minimum defocus (nm) 500 Depositor
Maximum defocus (nm) 2000 Depositor
Magnification Not provided
Image detector GATAN K3 (6k x 4k) 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 956 ligands modelled in this entry, 355 are monoatomic - leaving 601 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).

Bond lengths

Bond angles

Mol | Type | Chain | Res | Link Counts | RMSZ | #|Z| > 2 | Counts | RMSZ | #|Z| > 2
165 | GTP | VK | 501 | 164 | 33,3434 | 094 | 1(3%) | 50,5454 1.56 | 8 (16%)
163 | GDP | AF | 500 | - |293030| 1.15 | 3 (10%) | 454747 | 1.74 | 6 (13%)
165 | GTP | FG | 501 | 164 | 333434 | 092 | 1(3%) |505454| 1.56 | 8 (16%)
165 | GTP SW 501 | 164 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.57 9 (18%)
163 | GDP | MJ | 500 | - |2930,30 | 1.16 | 3 (10%) | 4547,47 | 1.73 | 7 (15%)
163 | GDP VR 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP | TF | 500 | - 29,3030 | 1.13 | 3 (10%) | 454747 | 1.75 | 6 (13%)
163 | GDP | DS | 500 | - |2930,30| 1.15 | 3 (10%) | 454747 | 1.76 | 7 (15%)
165 | GTP | CB | 501 | 164 | 33,3434 | 095 | 1(3%) |50,5454| 1.58 | 8 (16%)
163 | GDP | GB | 500 | - |29.3030| 1.16 | 3 (10%) | 454747 | 1.73 | 6 (13%)
163 | GDP | HB | 501 | - 29,3030 | 1.14 | 3 (10%) | 454747 | 174 | 7 (15%)
165 | GTP | QI | 501 | 164 | 333434 | 095 | 2(6%) | 50,5454 | 1.58 | 10 (20%)
165 | GTP | SC | 501 | 164 | 33,3434 | 090 | 1(3%) | 50,5454 | 1.57 | 8 (16%)
165 | GTP IW 501 | 164 | 33,34,34 | 1.23 5 (15%) | 50,54,54 | 1.63 10 (20%)
163 | GDP | JE | 500 | - 293030 | 1.15 | 3 (10%) | 454747 | 1.76 | 7 (15%)
163 | GDP | MZ | 500 | - |29,30,30| 1.15 | 3 (10%) | 454747 | 1.74 | 7 (15%)
163 | GDP | DQ | 500 | - 29,3030 | 1.14 | 3 (10%) | 454747 | 177 | 7 (15%)
165 | GTP | AU | 501 | 164 | 33,3434 | 085 | 1(3%) |505454| 1.57 | 9 (18%)
163 | GDP | VP | 500 | - |29,30,30| 1.14 | 3 (10%) | 454747 | 1.75 | 7 (15%)
163 | GDP IB 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 7 (15%)
165 | GTP | GI | 501 | 164 | 33,3434 | 093 | 2 (6%) |50,54,54 | 1.60 | 10 (20%)
163 | GDP | AX | 500 | - 29,3030 | 1.15 | 4 (13%) | 454747 | 171 | 7 (15%)
163 | GDP ON 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP | MU | 501 | 164 | 33,34,34 | 0.97 (6%) | 50,54,54 | 1.54 | 8 (16%)
165 | GTP AB 501 | 164 | 33,34,34 | 0.93 0 50,54,54 | 1.51 8 (16%)
163 | GDP | NV | 501 | - 293030 1.15 (10%) | 45,4747 | 1.75 | 7 (15%)
165 | GTP | HE | 501 | 164 | 33,34,34 | 0.91 (3%) | 50,5454 | 1.55 | 9 (18%)
165 | GTP TI 501 | 164 | 33,34,34 | 0.98 (3%) | 50,54,54 | 1.57 9 (18%)
163 | GDP | CO | 500 | - |29.3030]| 1.15 (10%) | 45,4747 | 1.76 | 7 (15%)
165 | GTP | MQ | 501 | 164 | 33,34,34 | 0.9 (6%) | 50,5454 | 1.58 | 9 (18%)
168 | ATP 2w 501 - 32,33,33 | 0.33 0 48,52,52 | 0.29 0

163 | GDP NX 500 - 29,30,30 | 1.15 (10%) | 45,4747 | 1.73 7 (15%)
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Mol | Type | Chain | Res | Link | oo | RuSE | £12]5 2| Couns | RMSE| £12]5 2
165 | GTP TE 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.57 9 (18%)
163 | GDP LY 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
165 | GTP LT 501 | 164 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.61 9 (18%)
163 | GDP UB 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
168 | ATP 7D 601 | 164 | 32,33,33 | 0.42 0 48,52,52 | 0.30 0
163 | GDP JW 500 - 29,30,30 | 1.15 3 (10%) | 45,4747 | 1.76 7 (15%)
165 | GTP FA 501 | 164 | 33,34,34 | 0.91 0 50,54,54 | 1.54 8 (16%)
165 | GTP QB 501 | 164 | 33,34,34 | 0.96 2 (6%) | 50,54,54 | 1.59 8 (16%)
165 | GTP cC 501 | 164 | 33,34,34 | 0.97 0 50,54,54 | 1.58 9 (18%)
163 | GDP DA 500 - 29,30,30 | 1.13 3 (10%) | 454747 | 1.75 6 (13%)
165 | GTP DB 501 | 164 | 33,34,34 | 0.91 0 50,54,54 | 1.62 10 (20%)
165 | GTP GC 501 | 164 | 33,34,34 | 0.89 0 50,54,54 | 1.60 10 (20%)
168 | ATP 8a 801 - 32,33,33 | 0.49 1 (3%) |48,52,52 | 0.30 0
163 | GDP OD 501 - 29,30,30 | 1.15 3 (10%) | 45,4747 | 1.75 7 (15%)
163 | GDP \AY 500 - 29,30,30 | 1.13 3 (10%) | 454747 | 1.76 8 (17%)
165 | GTP R 501 | 164 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.59 9 (18%)
165 | GTP WY | 501 | 164 | 33,34,34 | 0.97 1 (3%) | 50,54,54 | 1.57 9 (18%)
165 | GTP TG 501 | 164 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.56 9 (18%)
163 | GDP MD 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP VH 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
163 | GDP BL 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
163 | GDP BN 500 - 29,30,30 | 1.16 4 (13%) | 454747 | 1.73 7 (15%)
165 | GTP D 501 - 33,34,34 | 1.02 2 (6%) | 50,54,54 | 1.62 10 (20%)
165 | GTP NI 501 | 164 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.58 9 (18%)
163 | GDP GJ 500 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.78 7 (15%)
163 | GDP PX 501 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP DP 501 | 164 | 33,34,34 | 0.91 0 50,54,54 | 1.63 12 (24%)
165 | GTP VG 501 | 164 | 33,34,34 | 1.00 2 (6%) | 50,54,54 | 1.58 9 (18%)
163 | GDP GR 500 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.73 6 (13%)
165 | GTP MJ 501 | 164 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.56 8 (16%)
165 | GTP C 501 | 164 | 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.58 8 (16%)
163 | GDP RC 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP GE 501 | 164 | 33,34,34 | 0.91 0 50,54,54 | 1.61 9 (18%)
163 | GDP HR 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 7 (15%)
165 | GTP AM 501 | 164 | 33,34,34 | 0.90 0 50,54,54 | 1.56 8 (16%)
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Mol | Type | Chain | Res | Link | oo | RuSE | £12]5 2| Couns | RMSE| £12]5 2
165 | GTP G 501 | 164 | 33,34,34 | 0.89 0 50,564,564 | 1.54 9 (18%)
165 | GTP LZ 502 | 164 | 33,34,34 | 0.97 1 (3%) | 50,54,54 | 1.55 9 (18%)
165 | GTP OM 501 | 164 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.56 8 (16%)
163 | GDP O 500 - 29,30,30 | 1.17 | 3 (10%) | 45,4747 | 1.76 7 (15%)
165 | GTP QX 501 - 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.57 8 (16%)
163 | GDP VX 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.75 6 (13%)
165 | GTP IT 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.60 9 (18%)
163 | GDP 0J 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP LB 501 | 164 | 33,34,34 | 0.97 2 (6%) | 50,54,54 | 1.56 9 (18%)
163 | GDP PT 500 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.73 6 (13%)
163 | GDP CI 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.78 7 (15%)
165 | GTP Uuo 501 | 164 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.57 9 (18%)
165 | GTP PA 501 | 164 | 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.57 8 (16%)
163 | GDP IH 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 7 (15%)
165 | GTP SS 501 | 164 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.59 10 (20%)
163 | GDP QW | 500 - 29,30,30 | 1.17 | 3 (10%) | 45,47,47 | 1.74 6 (13%)
163 | GDP NH 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP DX 501 - 33,3434 | 0.93 1 (3%) | 50,54,54 | 1.62 10 (20%)
163 | GDP AD 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.76 8 (17%)
163 | GDP NP 500 - 29,30,30 | 1.17 | 3 (10%) | 45,4747 | 1.78 8 (17%)
165 | GTP EG 501 | 164 | 33,34,34 | 0.92 0 50,54,54 | 1.63 10 (20%)
165 | GTP HK 501 | 164 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.60 9 (18%)
165 | GTP CO 501 | 164 | 33,34,34 | 0.97 1 (3%) | 50,54,54 | 1.58 8 (16%)
165 | GTP AS 501 | 164 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.54 8 (16%)
163 | GDP SN 501 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.75 7 (15%)
163 | GDP BV 500 - 29,30,30 | 1.16 4 (13%) | 454747 | 1.70 5 (11%)
165 | GTP SQ 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.59 10 (20%)
165 | GTP 0) 501 | 164 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.55 8 (16%)
163 | GDP | WR | 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.75 7 (15%)
163 | GDP LC 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 6 (13%)
165 | GTP HA 501 | 164 | 33,34,34 | 0.92 (3%) | 50,564,564 | 1.54 9 (18%)
165 | GTP FM 501 | 164 | 33,34,34 | 0.89 0 50,54,54 | 1.53 8 (16%)
163 | GDP SJ 501 - 29,30,30 | 1.14 (10%) | 45,4747 | 1.74 7 (15%)
165 | GTP EV 501 | 164 | 33,34,34 | 0.94 0 50,54,54 | 1.55 9 (18%)
163 | GDP v 500 - 29,30,30 | 1.16 (10%) | 45,4747 | 1.75 7 (15%)
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Mol | Type | Chain | Res | Link | oo | RuSE | £12]5 2| Cous | RMSE| £12]5 2
163 | GDP TX 500 - 29,30,30 | 1.17 | 3 (10%) | 45,4747 | 1.78 7 (15%)
163 | GDP CG 500 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP AY 501 | 164 | 33,34,34 | 0.89 1 (3%) | 50,54,54 | 1.52 8 (16%)
163 | GDP NB 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.75 7 (15%)
163 | GDP IX 501 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.78 7 (15%)
163 | GDP TN 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.76 7 (15%)
163 | GDP HT 501 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.77 7 (15%)
163 | GDP WJ 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.73 7 (15%)
163 | GDP FP 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 7 (15%)
163 | GDP LI 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
163 | GDP BT 500 - 29,30,30 | 1.15 3 (10%) | 45,4747 | 1.80 7 (15%)
163 | GDP GD 500 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.73 7 (15%)
165 | GTP HU 501 | 164 | 33,34,34 | 0.88 1 (3%) | 50,54,54 | 1.56 9 (18%)
165 | GTP HY 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.55 9 (18%)
165 | GTP BW | 501 | 164 | 33,34,34 | 0.94 1 (3%) |50,54,54 | 1.54 8 (16%)
163 | GDP ET 500 - 29,30,30 | 1.15 4 (13%) | 454747 | 1.68 5 (11%)
163 | GDP BJ 500 - 29,30,30 | 1.16 4 (13%) | 454747 | 1.75 7 (15%)
163 | GDP KO 500 - 29,30,30 | 1.14 3 (10%) | 45,4747 | 1.75 7 (15%)
163 | GDP HV 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.77 7 (15%)
165 | GTP 0oC 501 | 164 | 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.56 9 (18%)
163 | GDP LE 500 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.75 7 (15%)
163 | GDP RA 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.73 7 (15%)
165 | GTP NK 501 - 33,3434 | 0.90 (3%) | 50,54,54 | 1.59 9 (18%)
163 | GDP TP 500 - 29,30,30 | 1.15 (10%) | 45,4747 | 1.78 7 (15%)
165 | GTP NW | 501 - 33,34,34 | 0.90 (3%) | 50,54,54 | 1.60 9 (18%)
163 | GDP EJ 500 - 29,30,30 | 1.15 (10%) | 45,4747 | 1.75 7 (15%)
165 | GTP PS 501 - 33,34,34 | 0.90 (3%) | 50,54,54 | 1.57 8 (16%)
163 | GDP PN 500 - 29,30,30 | 1.16 (10%) | 454747 | 1.74 7 (15%)
165 | GTP WI 501 | 164 | 33,34,34 | 0.97 (3%) | 50,54,54 | 1.56 8 (16%)
165 | GTP WE 501 | 164 | 33,34,34 | 0.97 (3%) | 50,54,54 | 1.59 10 (20%)
165 | GTP BO 501 | 164 | 33,34,34 | 0.95 0 50,54,54 | 1.56 9 (18%)
163 | GDP HL 501 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.73 7 (15%)
163 | GDP MR 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 7 (15%)
165 | GTP CJ 501 | 164 | 33,34,34 | 0.96 (3%) | 50,54,54 | 1.57 8 (16%)
163 | GDP FN 500 - 29,30,30 | 1.17 (10%) | 45,4747 | 1.75 8 (17%)
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Mol | Type | Chain | Res | Link | oo | RuSE | £12]5 2| Cous | RMSE| £12]5 2
163 | GDP GH 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 6 (13%)
163 | GDP MX 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.76 7 (15%)
165 | GTP FE 501 | 164 | 33,34,34 | 0.89 1 (3%) |50,54,54 | 1.54 9 (18%)
163 | GDP I 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP QN 501 | 164 | 33,34,34 | 0.98 2 (6%) | 50,54,54 | 1.59 8 (16%)
163 | GDP KY 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.78 7 (15%)
165 | GTP FT 503 | 164 | 33,34,34 | 0.87 2 (6%) | 50,54,54 | 1.65 11 (22%)
165 | GTP EU 501 | 164 | 33,34,34 | 0.89 1 (3%) | 50,54,54 | 1.61 9 (18%)
165 | GTP HI 501 | 164 | 33,34,34 | 0.88 1 (3%) | 50,54,54 | 1.55 9 (18%)
165 | GTP 00 501 | 164 | 33,34,34 | 0.97 1 (3%) | 50,54,54 | 1.57 9 (18%)
165 | GTP DJ 501 | 164 | 33,34,34 | 0.93 0 50,54,54 | 1.52 8 (16%)
165 | GTP HS 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.58 8 (16%)
165 | GTP NC 501 | 164 | 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.57 9 (18%)
165 | GTP SO 501 | 164 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.57 8 (16%)
165 | GTP IK 501 | 164 | 33,34,34 | 1.23 5 (15%) | 50,54,54 | 1.62 10 (20%)
165 | GTP JV 501 | 164 | 33,34,34 | 0.98 (3%) | 50,54,54 | 1.56 9 (18%)
163 | GDP VN 500 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.78 7 (15%)
163 | GDP HF 500 - 29,30,30 | 1.15 3 (10%) | 45,4747 | 1.73 7 (15%)
163 | GDP RS 500 - 29,30,30 | 1.13 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP JK 501 | 164 | 33,34,34 | 0.91 1 (3%) |50,54,54 | 1.58 8 (16%)
163 | GDP FD 500 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.74 6 (13%)
165 | GTP K 501 | 164 | 33,34,34 | 0.97 2 (6%) | 50,54,54 | 1.58 9 (18%)
163 | GDP H 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.76 7 (15%)
165 | GTP MY 501 | 164 | 33,34,34 | 0.97 1 (3%) | 50,54,54 | 1.57 9 (18%)
165 | GTP JJ 501 | 164 | 33,34,34 | 0.97 1 (3%) | 50,54,54 | 1.57 9 (18%)
163 | GDP AJ 500 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.75 7 (15%)
163 | GDP CE 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
163 | GDP SH 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP BH 500 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.76 7 (15%)
163 | GDP FX 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP AP 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.77 7 (15%)
163 | GDP LO 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 6 (13%)
165 | GTP CH 501 | 164 | 33,34,34 | 091 2 (6%) | 50,54,54 | 1.65 9 (18%)
165 | GTP WA 501 | 164 | 33,34,34 | 0.98 1 (3%) | 50,54,54 | 1.56 9 (18%)
165 | GTP DV 501 | 164 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.57 8 (16%)
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Mol | Type | Chain | Res | Link | oo | RuSE | £12]5 2| Couns | RMSE| £12]5 2
165 | GTP QF 501 | 164 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.59 9 (18%)
165 | GTP VM 501 | 164 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.56 9 (18%)
165 | GTP UW | 501 | 164 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.55 8 (16%)
163 | GDP JM 501 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.75 7 (15%)
165 | GTP AO 501 | 164 | 33,34,34 | 0.90 1 (3%) |50,54,54 | 1.54 9 (18%)
163 | GDP QK 500 - 29,30,30 | 1.17 | 3 (10%) | 45,4747 | 1.73 6 (13%)
163 | GDP E 500 - 29,30,30 | 1.24 | 4 (13%) | 45,4747 | 1.80 7 (15%)
163 | GDP ST 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.76 7 (15%)
165 | GTP CE 501 | 164 | 33,34,34 | 0.98 2 (6%) | 50,54,54 | 1.56 9 (18%)
163 | GDP PD 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.73 7 (15%)
163 | GDP OR 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP SA 501 | 164 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.56 9 (18%)
165 | GTP AG 501 | 164 | 33,34,34 | 0.89 0 50,54,54 | 1.53 8 (16%)
163 | GDP OF 500 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.76 7 (15%)
165 | GTP BQ 501 | 164 | 33,34,34 | 0.86 1 (3%) | 50,54,54 | 1.56 8 (16%)
168 | ATP TA 402 - 32,33,33 | 0.45 0 48,52,52 | 0.29 0
163 | GDP RQ 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.79 8 (17%)
163 | GDP T 501 - 29,30,30 | 1.13 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP RN 501 | 164 | 33,34,34 | 0.98 1 (3%) | 50,54,54 | 1.56 8 (16%)
163 | GDP EL 500 - 29,30,30 | 1.20 3 (10%) | 454747 | 1.74 5 (11%)
163 | GDP LM 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP VC 501 | 164 | 33,34,34 | 1.00 2 (6%) | 50,54,54 | 1.56 9 (18%)
163 | GDP MB 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 6 (13%)
163 | GDP S 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.77 7 (15%)
165 | GTP CV 501 | 164 | 33,34,34 | 0.97 1 (3%) | 50,54,54 | 1.61 9 (18%)
163 | GDP SP 500 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.75 6 (13%)
165 | GTP BA 501 | 164 | 33,34,34 | 0.95 1 (3%) |50,54,54 | 1.55 8 (16%)
163 | GDP QS 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP RL 501 | 164 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.58 9 (18%)
165 | GTP Ul 501 | 164 | 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.59 9 (18%)
165 | GTP PI 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.56 8 (16%)
163 | GDP uJ 500 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.75 7 (15%)
165 | GTP GL 501 | 164 | 33,34,34 | 0.95 0 50,54,54 | 1.58 9 (18%)
165 | GTP OG 501 | 164 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.60 9 (18%)
165 | GTP SG 501 | 164 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.59 10 (20%)

gPDB
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Mol | Type | Chain | Res | Link | oo | RuSE | £12]5 2| Couns | RMSE| £12]5 2
165 | GTP PO 501 | 164 | 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.57 8 (16%)
165 | GTP TW | 501 | 164 | 33,34,34 | 0.92 1 (3%) |50,54,54 | 1.54 9 (18%)
163 | GDP IN 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 7 (15%)
163 | GDP WF 501 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.76 7 (15%)
163 | GDP KS 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.76 7 (15%)
163 | GDP M 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP VT 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP L 501 | 164 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.55 8 (16%)
165 | GTP MV 501 | 164 | 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.55 8 (16%)
163 | GDP LW 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP DK 501 - 29,30,30 | 1.17 | 3 (10%) | 45,47,47 | 1.74 7 (15%)
163 | GDP ID 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 7 (15%)
165 | GTP | WW | 501 | 164 | 33,34,34 | 0.95 (3%) | 50,54,54 | 1.56 9 (18%)
163 | GDP AT 500 - 29,30,30 | 1.14 (10%) | 45,4747 | 1.75 7 (15%)
165 | GTP LX 501 | 164 | 33,34,34 | 0.94 (3%) | 50,564,564 | 1.54 8 (16%)
163 | GDP ER 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
163 | GDP VL 500 - 29,30,30 | 1.17 | 3 (10%) | 45,4747 | 1.74 6 (13%)
165 | GTP QL 501 - 33,34,34 | 0.95 (3%) | 50,54,54 | 1.58 8 (16%)
165 | GTP NQ 501 | 164 | 33,34,34 | 1.00 (6%) | 50,54,54 | 1.57 9 (18%)
163 | GDP WL 500 - 29,30,30 | 1.15 (10%) | 45,4747 | 1.77 7 (15%)
165 | GTP CN 501 | 164 | 33,34,34 | 0.97 0 50,54,54 | 1.55 8 (16%)
165 | GTP DQ 501 | 164 | 33,34,34 | 0.95 (6%) | 50,54,54 | 1.60 9 (18%)
163 | GDP PL 501 - 29,30,30 | 1.16 (10%) | 45,4747 | 1.77 7 (15%)
165 | GTP OK 501 - 33,34,34 | 0.91 (3%) | 50,54,54 | 1.61 9 (18%)
163 | GDP LK 500 - 29,30,30 | 1.16 (10%) | 45,4747 | 1.76 7 (15%)
165 | GTP OW | 501 - 33,34,34 | 0.91 (3%) | 50,54,54 | 1.60 9 (18%)
165 | GTP 10 501 | 164 | 33,34,34 | 0.98 (6%) | 50,54,54 | 1.61 9 (18%)
165 | GTP ™ 501 | 164 | 33,34,34 | 0.98 (6%) | 50,54,54 | 1.58 10 (20%)
165 | GTP IE 501 | 164 | 33,34,34 | 0.97 (3%) | 50,54,54 | 1.62 9 (18%)
163 | GDP DU 500 - 29,30,30 | 1.15 (10%) | 45,4747 | 1.75 7 (15%)
165 | GTP GG 501 | 164 | 33,34,34 | 0.86 (3%) | 50,54,54 | 1.62 10 (20%)
163 | GDP CS 500 - 29,30,30 | 1.14 (10%) | 45,4747 | 1.75 5 (11%)
165 | GTP TS 501 | 164 | 33,34,34 | 0.94 (3%) | 50,54,54 | 1.56 9 (18%)
165 | GTP Us 501 | 164 | 33,34,34 | 0.90 (3%) | 50,54,54 | 1.57 9 (18%)
163 | GDP SL 500 - 29,30,30 | 1.14 (10%) | 45,4747 | 1.76 7 (15%)
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Mol | Type | Chain | Res | Link | oo | RuSE | £12]5 2| Couns | RMSE| £12]5 2
165 | GTP LL 501 | 164 | 33,34,34 | 0.94 1 (3%) |50,54,54 | 1.54 8 (16%)
163 | GDP MV 500 - 29,30,30 | 1.17 | 3 (10%) | 45,47,47 | 1.74 7 (15%)
165 | GTP HN 503 | 164 | 33,34,34 | 0.97 2 (6%) | 50,54,54 | 1.59 9 (18%)
168 | ATP 61 400 | 164 | 32,33,33 | 0.36 0 48,52,52 | 0.38 0
165 | GTP LV 501 | 164 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.59 9 (18%)
163 | GDP DM 500 - 29,30,30 | 1.14 3 (10%) | 45,4747 | 1.76 7 (15%)
163 | GDP JC 500 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.76 7 (15%)
163 | GDP KA 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
163 | GDP HP 501 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.76 7 (15%)
165 | GTP PE 501 | 164 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.59 8 (16%)
163 | GDP LS 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 6 (13%)
163 | GDP JQ 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
165 | GTP KH 501 | 164 | 33,34,34 | 0.94 1 (3%) |50,54,54 | 1.61 9 (18%)
163 | GDP FF 500 - 29,30,30 | 1.14 3 (10%) | 45,4747 | 1.76 7 (15%)
165 | GTP UK 501 | 164 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.55 8 (16%)
163 | GDP QA 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.76 7 (15%)
165 | GTP GW | 501 | 164 | 33,34,34 | 0.93 0 50,54,54 | 1.59 9 (18%)
165 | GTP HW | 501 | 164 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.60 9 (18%)
163 | GDP cC 500 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.74 6 (13%)
165 | GTP RO 501 | 164 | 33,34,34 | 0.97 2 (6%) | 50,54,54 | 1.55 8 (16%)
165 | GTP JW 501 | 164 | 33,34,34 | 091 1 (3%) | 50,54,54 | 1.58 8 (16%)
163 | GDP CY 500 - 29,30,30 | 1.20 3 (10%) | 454747 | 1.81 7 (15%)
163 | GDP JK 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
165 | GTP HM 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.55 9 (18%)
163 | GDP N 500 - 29,30,30 | 1.16 3 (10%) | 45,4747 | 1.76 7 (15%)
163 | GDP CW | 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.86 7 (15%)
165 | GTP UA 501 | 164 | 33,34,34 | 0.95 1 (3%) |50,54,54 | 1.55 9 (18%)
165 | GTP VH 501 | 164 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.59 9 (18%)
163 | GDP A 501 - 29,30,30 | 1.19 3 (10%) | 45,4747 | 1.80 7 (15%)
163 | GDP EX 500 - 29,30,30 | 1.24 | 4 (13%) | 45,4747 | 1.71 6 (13%)
165 | GTP oP 503 | 164 | 33,34,34 | 0.95 2 (6%) | 50,54,54 | 1.58 10 (20%)
163 | GDP FL 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP JY 501 - 29,30,30 | 1.14 3 (10%) | 45,4747 | 1.76 7 (15%)
165 | GTP IS 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.57 9 (18%)
165 | GTP RV 501 - 33,3434 | 0.97 1 (3%) | 50,54,54 | 1.58 8 (16%)
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165 | GTP DH 501 | 164 | 33,34,34 | 0.89 1 (3%) | 50,54,54 | 1.56 9 (18%)
165 | GTP RX 501 | 164 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.58 9 (18%)
163 | GDP EV 500 - 29,30,30 | 1.14 | 4 (13%) | 45,4747 | 1.75 7 (15%)
168 | ATP 6p 500 | 164 | 32,33,33 | 0.48 0 48,52,52 | 0.30 0
163 | GDP KK 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP QH 501 | 164 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.63 10 (20%)
163 | GDP TD 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.78 7 (15%)
163 | GDP SR 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 7 (15%)
165 | GTP KZ 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.58 8 (16%)
165 | GTP PG 501 - 33,3434 | 0.90 1 (3%) | 50,54,54 | 1.56 8 (16%)
163 | GDP LA 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
163 | GDP RO 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.75 7 (15%)
165 | GTP JZ 501 | 164 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.56 9 (18%)
163 | GDP DE 500 - 29,30,30 | 1.15 3 (10%) | 45,4747 | 1.77 5 (11%)
165 | GTP UuQ 501 | 164 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.55 9 (18%)
163 | GDP RG 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
163 | GDP OB 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP JO 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
163 | GDP NJ 501 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.76 7 (15%)
163 | GDP GT 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP HQ 501 | 164 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.55 9 (18%)
163 | GDP UF 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP DI 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP PM 501 | 164 | 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.56 8 (16%)
165 | GTP MG 501 | 164 | 33,34,34 | 0.89 1 (3%) | 50,54,54 | 1.57 9 (18%)
165 | GTP RC 501 | 164 | 33,34,34 | 0.97 2 (6%) | 50,54,54 | 1.55 8 (16%)
163 | GDP QM 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
163 | GDP IF 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
165 | GTP IU 501 | 164 | 33,34,34 | 091 1 (3%) | 50,54,54 | 1.60 9 (18%)
165 | GTP LJ 501 | 164 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.59 9 (18%)
163 | GDP CU 500 - 29,30,30 | 1.15 4 (13%) | 454747 | 1.72 7 (15%)
163 | GDP | WN | 500 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.76 7 (15%)
163 | GDP KC 500 - 29,30,30 | 1.14 3 (10%) | 45,4747 | 1.75 7 (15%)
163 | GDP BF 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.72 6 (13%)
163 | GDP TV 500 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.74 6 (13%)
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Mol | Type | Chain | Res | Link | oo | RuSE | £12]5 2| Couns | RMSE| £12]5 2
165 | GTP RF 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.59 8 (16%)
163 | GDP ED 500 - 29,30,30 | 1.17 | 4 (13%) | 45,47,47 | 1.76 6 (13%)
163 | GDP | WD 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP UN 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP FC 501 | 164 | 33,34,34 | 0.89 0 50,54,54 | 1.55 8 (16%)
163 | GDP GN 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
163 | GDP | WX | 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP HH 501 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.78 7 (15%)
163 | GDP QC 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.77 7 (15%)
163 | GDP QU 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.78 7 (15%)
165 | GTP T 503 | 164 | 33,34,34 | 0.97 2 (6%) | 50,54,54 | 1.58 10 (20%)
163 | GDP GP 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
163 | GDP PB 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.74 7 (15%)
165 | GTP ES 501 | 164 | 33,34,34 | 0.93 0 50,54,54 | 1.63 10 (20%)
165 | GTP EJ 501 | 164 | 33,34,34 | 0.99 2 (6%) | 50,54,54 | 1.61 10 (20%)
165 | GTP BK 501 | 164 | 33,34,34 | 0.93 0 50,54,54 | 1.55 8 (16%)
165 | GTP MA 501 | 164 | 33,34,34 | 0.98 1 (3%) | 50,54,54 | 1.56 8 (16%)
163 | GDP DC 500 - 29,30,30 | 1.16 3 (10%) | 45,4747 | 1.72 6 (13%)
163 | GDP RI 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.74 7 (15%)
165 | GTP MI 501 | 164 | 33,34,34 | 0.96 1 (3%) |50,54,54 | 1.54 8 (16%)
165 | GTP DN 501 | 164 | 33,34,34 | 0.92 0 50,54,54 | 1.60 8 (16%)
163 | GDP U 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP NO 501 | 164 | 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.57 9 (18%)
165 | GTP HB 503 | 164 | 33,34,34 | 0.97 2 (6%) | 50,54,54 | 1.59 10 (20%)
165 | GTP NA 501 - 33,3434 | 0.94 1 (3%) | 50,54,54 | 1.58 9 (18%)
165 | GTP QO 501 | 164 | 33,34,34 | 0.96 2 (6%) | 50,54,54 | 1.59 9 (18%)
165 | GTP PK 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.59 8 (16%)
165 | GTP SE 501 | 164 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.59 10 (20%)
163 | GDP KQ 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP FV 503 - 33,34,34 | 0.90 (3%) | 50,54,54 | 1.62 8 (16%)
165 | GTP LF 502 | 164 | 33,34,34 | 0.90 (3%) | 50,54,54 | 1.60 9 (18%)
163 | GDP TJ 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 6 (13%)
163 | GDP BR 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP MC 501 | 164 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.57 8 (16%)
165 | GTP WC 501 | 164 | 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.55 9 (18%)
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165 | GTP MS 501 | 164 | 33,34,34 | 0.89 1 (3%) | 50,54,54 | 1.57 9 (18%)
163 | GDP IR 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP DD 501 | 164 | 33,34,34 | 0.92 0 50,504,564 | 1.63 10 (20%)
165 | GTP IG 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.57 9 (18%)
163 | GDP FR 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 7 (15%)
165 | GTP SU 501 | 164 | 33,34,34 | 0.89 1 (3%) | 50,54,54 | 1.57 8 (16%)
165 | GTP NM 501 | 164 | 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.57 8 (16%)
165 | GTP CT 501 | 164 | 33,34,34 | 0.93 2 (6%) | 50,54,54 | 1.64 10 (20%)
163 | GDP BP 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.76 7 (15%)
165 | GTP EO 501 | 164 | 33,34,34 | 0.92 0 50,54,54 | 1.55 9 (18%)
163 | GDP KI 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP JG 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP LH 501 | 164 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.61 9 (18%)
165 | GTP VA 501 | 164 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.56 9 (18%)
163 | GDP HD 501 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.76 7 (15%)
165 | GTP BM 501 | 164 | 33,34,34 | 0.95 0 50,54,54 | 1.55 8 (16%)
165 | GTP HG 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.58 8 (16%)
165 | GTP AK 501 | 164 | 33,34,34 | 0.97 1 (3%) | 50,54,54 | 1.58 8 (16%)
165 | GTP VS 501 | 164 | 33,34,34 | 1.00 3 (9%) | 50,54,54 | 1.57 9 (18%)
165 | GTP OD 503 | 164 | 33,34,34 | 0.96 2 (6%) | 50,54,54 | 1.59 10 (20%)
163 | GDP SD 500 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.75 6 (13%)
165 | GTP TU 501 | 164 | 33,34,34 | 0.98 1 (3%) | 50,54,54 | 1.57 9 (18%)
163 | GDP B 500 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.75 7 (15%)
163 | GDP T 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP NU 501 | 164 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.58 9 (18%)
163 | GDP EH 500 - 29,30,30 | 1.17 | 4 (13%) | 45,4747 | 1.75 8 (17%)
163 | GDP VF 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP QO 500 - 29,30,30 | 1.13 3 (10%) | 454747 | 1.76 7 (15%)
165 | GTP LP 502 | 164 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.54 8 (16%)
163 | GDP FB 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
163 | GDP SB 501 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.76 7 (15%)
163 | GDP OL 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP IT 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP ED 501 | 164 | 33,34,34 | 0.94 0 50,54,54 | 1.58 9 (18%)
163 | GDP AH 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.73 7 (15%)
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163 | GDP UX 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 6 (13%)
165 | GTP | WK | 501 | 164 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.56 8 (16%)
165 | GTP SM 501 | 164 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.56 9 (18%)
165 | GTP TQ 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.57 9 (18%)
163 | GDP NT 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP WU | 501 | 164 | 33,34,34 | 0.97 1 (3%) | 50,54,54 | 1.56 8 (16%)
163 | GDP PJ 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
163 | GDP OH 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 7 (15%)
165 | GTP SK 501 | 164 | 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.57 8 (16%)
165 | GTP J 501 | 164 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.55 8 (16%)
165 | GTP QU 501 | 164 | 33,34,34 | 0.95 2 (6%) | 50,54,54 | 1.59 10 (20%)
165 | GTP DL 501 - 33,3434 | 0.90 0 50,54,54 | 1.59 9 (18%)
165 | GTP RR 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.59 8 (16%)
163 | GDP AZ 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
163 | GDP QI 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP VY 501 | 164 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.57 9 (18%)
163 | GDP HJ 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP )Y 500 - 29,30,30 | 1.15 3 (10%) | 45,4747 | 1.76 7 (15%)
165 | GTP MO 501 | 164 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.57 9 (18%)
165 | GTP KP 502 | 164 | 33,34,34 | 0.97 1 (3%) | 50,54,54 | 1.57 8 (16%)
165 | GTP | WM | 501 | 164 | 33,34,34 | 0.98 1 (3%) | 50,54,54 | 1.57 9 (18%)
165 | GTP KL 501 | 164 | 33,34,34 | 0.96 2 (6%) | 50,54,54 | 1.58 9 (18%)
165 | GTP ME 501 | 164 | 33,34,34 | 0.99 2 (6%) | 50,54,54 | 1.58 9 (18%)
168 | ATP 2x 501 - 32,33,33 | 0.33 0 48,52,52 | 0.28 0
165 | GTP IM 501 | 164 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.57 8 (16%)
165 | GTP RB 501 | 164 | 33,34,34 | 0.98 2 (6%) | 50,54,54 | 1.56 8 (16%)
163 | GDP EN 500 - 29,30,30 | 1.17 (10%) | 45,4747 | 1.76 7 (15%)
165 | GTP FI 501 | 164 | 33,34,34 | 0.89 (3%) | 50,54,54 | 1.59 10 (20%)
165 | GTP UG 501 | 164 | 33,34,34 | 0.90 (3%) | 50,54,54 | 1.58 (18%)
163 | GDP F 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.77 (15%)
168 | ATP 2v 501 - 32,33,33 | 0.30 0 48,52,52 | 0.31 0
165 | GTP OS 501 | 164 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.59 (18%)
165 | GTP LD 002 | 164 | 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.55 (16%)
165 | GTP QT 501 | 164 | 33,34,34 | 0.96 1 (3%) |50,54,54 | 1.63 11 (22%)
165 | GTP TO 501 | 164 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.58 (16%)
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165 | GTP TC 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.58 8 (16%)
163 | GDP HN 501 - 29,30,30 | 1.15 2 (6%) | 45,4747 | 1.75 7 (15%)
165 | GTP NR 501 - 33,34,34 | 1.00 3 (9%) | 50,54,54 | 1.60 9 (18%)
165 | GTP KF 501 | 164 | 33,34,34 | 0.98 2 (6%) | 50,54,54 | 1.56 9 (18%)
165 | GTP VE 501 | 164 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.58 9 (18%)
163 | GDP NF 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 7 (15%)
165 | GTP VT 501 | 164 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.59 9 (18%)
163 | GDP UR 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.77 7 (15%)
163 | GDP MF 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 7 (15%)
163 | GDP KU 500 - 29,30,30 | 1.16 3 (10%) | 45,4747 | 1.76 7 (15%)
163 | GDP MP 500 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.76 7 (15%)
165 | GTP TK 501 | 164 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.53 8 (16%)
163 | GDP QQ 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.77 7 (15%)
165 | GTP FQ 501 | 164 | 33,34,34 | 0.89 1 (3%) | 50,54,54 | 1.56 9 (18%)
163 | GDP NL 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.73 7 (15%)
163 | GDP WT 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP RH 501 | 164 | 33,34,34 | 0.91 (3%) | 50,54,54 | 1.57 8 (16%)
163 | GDP RM 500 - 29,30,30 | 1.15 (10%) | 45,4747 | 1.73 7 (15%)
165 | GTP KB 502 | 164 | 33,34,34 | 0.94 (3%) | 50,54,54 | 1.56 9 (18%)
165 | GTP BS 501 | 164 | 33,34,34 | 0.91 (3%) | 50,54,54 | 1.55 8 (16%)
163 | GDP 1J 500 - 29,30,30 | 1.15 (10%) | 45,4747 | 1.75 7 (15%)
165 | GTP IC 501 | 164 | 33,34,34 | 0.98 (6%) | 50,54,54 | 1.61 9 (18%)
165 | GTP WO 501 | 164 | 33,34,34 | 0.96 (3%) | 50,54,54 | 1.55 9 (18%)
163 | GDP EP 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.76 7 (15%)
163 | GDP BD 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 8 (17%)
165 | GTP KX 501 | 164 | 33,34,34 | 0.96 2 (6%) | 50,54,54 | 1.59 9 (18%)
165 | GTP GO 501 | 164 | 33,34,34 | 0.89 0 50,54,54 | 1.59 9 (18%)
163 | GDP VB 500 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.78 7 (15%)
163 | GDP \Y 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
163 | GDP WP 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.78 7 (15%)
163 | GDP FJ 501 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.74 7 (15%)
165 | GTP AP 501 | 164 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.59 9 (18%)
165 | GTP LN 502 | 164 | 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.55 9 (18%)
165 | GTP WS 501 | 164 | 33,34,34 | 0.89 1 (3%) |50,54,54 | 1.59 9 (18%)
165 | GTP GK 501 | 164 | 33,34,34 | 0.95 0 50,54,54 | 1.58 9 (18%)
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163 | GDP NR 500 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.74 7 (15%)
163 | GDP ML 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP LG 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 6 (13%)
163 | GDP MH 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP DW | 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP EM 501 | 164 | 33,34,34 | 0.94 0 50,54,54 | 1.56 8 (16%)
165 | GTP GS 501 | 164 | 33,34,34 | 0.89 1 (3%) |50,54,54 | 1.61 8 (16%)
165 | GTP KT 501 | 164 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.61 9 (18%)
163 | GDP 0) 501 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.76 7 (15%)
165 | GTP UE 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.56 9 (18%)
163 | GDP JI 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.73 7 (15%)
163 | GDP ND 500 - 29,30,30 | 1.17 | 3 (10%) | 45,47,47 | 1.77 8 (17%)
163 | GDP RU 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.74 7 (15%)
163 | GDP HX 501 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.74 7 (15%)
165 | GTP DT 501 | 164 | 33,34,34 | 0.87 1 (3%) | 50,54,54 | 1.59 9 (18%)
165 | GTP NE 501 | 164 | 33,34,34 | 1.00 2 (6%) | 50,54,54 | 1.56 9 (18%)
165 | GTP UC 501 | 164 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.58 9 (18%)
163 | GDP MT 500 - 29,30,30 | 1.16 3 (10%) | 45,4747 | 1.76 7 (15%)
163 | GDP PP 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.74 7 (15%)
163 | GDP TL 501 - 29,30,30 | 1.17 | 3 (10%) | 45,4747 | 1.77 7 (15%)
163 | GDP UD 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 7 (15%)
165 | GTP VQ 501 | 164 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.59 9 (18%)
165 | GTP KN 502 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.58 8 (16%)
163 | GDP PH 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.73 6 (13%)
163 | GDP AR 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.73 6 (13%)
163 | GDP FV 501 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.76 7 (15%)
165 | GTP WQ 501 | 164 | 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.59 9 (18%)
163 | GDP CM 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.81 9 (20%)
163 | GDP W 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
165 | GTP WG | 501 | 164 | 33,34,34 | 0.88 1 (3%) | 50,54,54 | 1.59 9 (18%)
165 | GTP NF 501 - 33,34,34 | 1.02 3 (9%) | 50,54,54 | 1.60 9 (18%)
165 | GTP KJ 501 | 164 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.58 8 (16%)
165 | GTP VO 501 | 164 | 33,34,34 | 0.99 2 (6%) | 50,54,54 | 1.55 8 (16%)
165 | GTP BY 501 | 164 | 33,34,34 | 0.94 0 50,54,54 | 1.53 8 (16%)
165 | GTP KR 501 | 164 | 33,34,34 | 0.99 2 (6%) | 50,54,54 | 1.56 9 (18%)
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Mol | Type | Chain | Res | Link | oo | RuSE | £12]5 2| Couns | RMSE| £12]5 2
165 | GTP PU 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.56 8 (16%)
163 | GDP CK 501 - 29,30,30 | 1.17 | 3 (10%) | 45,47,47 | 1.80 7 (15%)
163 | GDP DY 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.75 6 (13%)
163 | GDP EB 500 - 29,30,30 | 1.17 | 3 (10%) | 45,4747 | 1.71 6 (13%)
163 | GDP WB 500 - 29,30,30 | 1.13 3 (10%) | 454747 | 1.76 7 (15%)
163 | GDP AL 500 - 29,30,30 | 1.16 4 (13%) | 454747 | 1.77 8 (17%)
163 | GDP FH 500 - 29,30,30 | 1.15 4 (13%) | 454747 | 1.72 7 (15%)
163 | GDP NN 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP SI 501 | 164 | 33,34,34 | 0.89 1 (3%) | 50,54,54 | 1.56 8 (16%)
163 | GDP G 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP KD 502 | 164 | 33,34,34 | 0.97 (3%) | 50,54,54 | 1.57 8 (16%)
165 | GTP RJ 501 - 33,3434 | 0.97 (3%) | 50,54,54 | 1.57 8 (16%)
163 | GDP CA 500 - 29,30,30 | 1.15 (10%) | 45,4747 | 1.74 7 (15%)
165 | GTP EP 501 | 164 | 33,34,34 | 0.95 (3%) | 50,54,54 | 1.58 9 (18%)
165 | GTP PC 501 | 164 | 33,34,34 | 0.96 (3%) | 50,54,54 | 1.56 8 (16%)
163 | GDP UT 500 - 29,30,30 | 1.15 (10%) | 45,4747 | 1.76 7 (15%)
165 | GTP IQ 501 | 164 | 33,34,34 | 0.97 (3%) | 50,54,54 | 1.62 9 (18%)
165 | GTP Uvu 501 | 164 | 33,34,34 | 0.96 (3%) | 50,54,54 | 1.60 9 (18%)
163 | GDP UL 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.76 7 (15%)
163 | GDP LU 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP Al 501 | 164 | 33,34,34 | 0.87 (3%) | 50,54,54 | 1.57 9 (18%)
163 | GDP PR 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 6 (13%)
163 | GDP MN 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.73 7 (15%)
163 | GDP BX 500 - 29,30,30 | 1.17 | 3 (10%) | 45,47,47 | 1.72 6 (13%)
165 | GTP JF 501 | 164 | 33,34,34 | 091 (3%) | 50,54,54 | 1.60 9 (18%)
163 | GDP DG 500 - 29,30,30 | 1.14 (10%) | 45,4747 | 1.73 6 (13%)
165 | GTP KV 501 | 164 | 33,34,34 | 0.94 (3%) | 50,54,54 | 1.58 8 (16%)
163 | GDP GL 500 - 29,30,30 | 1.14 (10%) | 45,4747 | 1.76 7 (15%)
165 | GTP CQ 501 | 164 | 33,34,34 | 0.96 (6%) | 50,54,54 | 1.57 9 (18%)
165 | GTP PQ 501 | 164 | 33,34,34 | 0.95 (3%) | 50,54,54 | 1.59 8 (16%)
165 | GTP JR 501 | 164 | 33,34,34 | 0.90 (3%) | 50,54,54 | 1.60 9 (18%)
165 | GTP JD 501 | 164 | 33,34,34 | 0.94 (3%) | 50,54,54 | 1.55 8 (16%)
163 | GDP EF 500 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.76 7 (15%)
163 | GDP P 500 - 29,30,30 | 1.18 3 (10%) | 454747 | 1.82 7 (15%)
165 | GTP AA 501 | 164 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.55 8 (16%)
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Mol | Type | Chain | Res | Link | oo | RuSE | £12]5 2| Couns | RMSE| £12]5 2
165 | GTP EA 501 | 164 | 33,34,34 | 0.96 1 (3%) |50,54,54 | 1.62 8 (16%)
163 | GDP LQ 500 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP EC 501 | 164 | 33,34,34 | 0.92 0 50,54,54 | 1.55 9 (18%)
163 | GDP OT 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 7 (15%)
163 | GDP 0X 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
163 | GDP RE 500 - 29,30,30 | 1.16 3 (10%) | 45,4747 | 1.80 8 (17%)
163 | GDP QE 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.77 7 (15%)
163 | GDP IL 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.78 7 (15%)
165 | GTP PY 501 | 164 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.57 8 (16%)
163 | GDP GX 500 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP GU 501 | 164 | 33,34,34 | 0.89 (3%) | 50,54,54 | 1.58 9 (18%)
163 | GDP KM 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
163 | GDP JA 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP OA 501 | 164 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.55 8 (16%)
165 | GTP JB 501 | 164 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.57 8 (16%)
163 | GDP JU 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.73 7 (15%)
163 | GDP GV 501 - 29,30,30 | 1.13 3 (10%) | 454747 | 1.77 6 (13%)
165 | GTP VW | 501 | 164 | 33,34,34 | 0.95 (3%) | 50,54,54 | 1.56 8 (16%)
165 | GTP GQ 501 | 164 | 33,34,34 | 0.88 (6%) | 50,54,54 | 1.70 10 (20%)
163 | GDP SF 500 - 29,30,30 | 1.14 (10%) | 454747 | 1.74 7 (15%)
165 | GTP UM 501 | 164 | 33,34,34 | 0.95 (3%) | 50,54,54 | 1.55 9 (18%)
163 | GDP PV 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.74 7 (15%)
165 | GTP CW | 501 | 164 |33,34,34 | 0.95 0 50,54,54 | 1.53 8 (16%)
165 | GTP IA 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.58 8 (16%)
163 | GDP | WH | 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
163 | GDP QG 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
163 | GDP P 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.74 6 (13%)
163 | GDP uv 500 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 7 (15%)
165 | GTP BU 501 | 164 | 33,34,34 | 0.97 2 (6%) | 50,54,54 | 1.61 10 (20%)
165 | GTP CK 503 | 164 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.57 8 (16%)
165 | GTP Iy 501 | 164 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.57 8 (16%)
168 | ATP 6u 700 - 32,33,33 | 0.36 0 48,52,52 | 0.28 0
163 | GDP VD 500 - 29,30,30 | 1.14 3 (10%) | 45,4747 | 1.75 7 (15%)
163 | GDP VJ 500 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.75 8 (17%)
163 | GDP | WV | 500 - 29,30,30 | 1.14 | 3 (10%) | 45,4747 | 1.74 7 (15%)
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Mol | Type | Chain | Res | Link | PR GBS  Risr 2 o
163 | GDP | CQ |500 | - [293030] 1.15 | 3(10%) | 454747 | 177 | 7 (15%)
165 | GTP | LR | 502 | 164 |33,34,34| 091 | 1(3%) |50,54,54| 159 | 8 (16%)
163 | GDP | UP | 500 | - 293030 1.14 | 3(10%) | 454747 | 173 | 7 (15%)
165 | GTP | JN | 501 | 164 |3334,34| 092 | 1(3%) |505454| 157 | 9 (18%)
165 | GTP | Q | 501 | 164 |3334,34| 095 | 1(3%) |505454| 157 | 9 (18%)
165 | GTP | JH | 501 | 164 |333434] 091 | 1(3%) |505454| 158 | 9 (18%)
165 | GTP | OU | 501 | 164 |33,34,34| 092 | 1(3%) |5054,54| 157 | 9 (18%)
163 | GDP | AN [ 500 | - [293030| 1.14 | 4 (13%) | 454747 | 171 | 7 (15%)
165 | GTP | EI | 501 | 164 |33,34,34| 090 | 1(3%) |505454| 159 | 9 (18%)
165 | GTP | FO | 501 | 164 |33,34,34 | 0.90 0 50,54,54 | 155 | 9 (18%)
165 | GTP | PW | 501 | 164 [ 333434 091 | 1(3%) |50,54,54| 1.59 | 9 (18%)
165 | GTP | RT | 501 | 164 |3334,34| 092 | 1(3%) |505454| 158 | 9 (18%)
165 | GTP | AW | 501 | 164 |33,34,34 | 095 | 1(3%) |50,54,54 | 156 | 8 (16%)
165 | GTP | NY | 501 | 164 |333434] 097 | 2(6%) |505454| 156 | 9 (18%)
165 | GTP | BE | 501 | 164 |33,34,34 | 091 0 50,54,54 | 1.58 | 10 (20%)
163 | GDP | KW | 500 | - [293030| 1.16 | 3 (10%) | 454747 | 175 | 7 (15%)
165 | GTP | AD | 501 | 164 |333434| 0.88 | 1(3%) |50,5454| 1.60 | 10 (20%)
163 | GDP | UH | 500 | - [293030]| 1.15 | 3(10%) |454747 | 177 | 7 (15%)
165 | GTP | BI | 501 | 164 |33,34,34| 097 | 3(9%) |50,5454 | 1.62 | 9 (18%)
163 | GDP | JS [500 | - 293030 1.15 | 3(10%) | 454747 | 175 | 7 (15%)
163 | GDP | SV | 501 | - [293030| 1.15 | 3(10%) | 454747 | 175 | 7 (15%)
163 | GDP | AB | 500 | - 293030 1.15 | 3(10%) | 454747 | 176 | 7 (15%)
165 | GTP | DE | 501 | 164 |33,34,34| 092 | 2(6%) |505454| 1.62 | 9 (18%)
165 | GTP | JP | 501 | 164 |33,34,34| 094 | 1(3%) |5054,54| 155 | 8 (16%)
163 | GDP | TH |500 | - [293030] 1.15 | 3(10%) | 454747 | 176 | 7 (15%)
163 | GDP | KE | 500 | - 293030 1.16 | 3(10%) | 454747 | 175 | 7 (15%)
163 | GDP | KG | 500 | - 293030 117 | 3(10%) | 454747 | 176 | 7 (15%)
163 | GDP | DO | 500 | - [293030| 1.16 | 4 (13%) | 454747 | 174 | 5 (11%)
168 | ATP | OR | 500 | 164 | 32,33,33 | 0.36 0 4852,52 | 0.30 0

165 | GTP | JT | 501 | 164 |3334,34| 092 | 1(3%) |5054,54| 158 | 9 (18%)
163 | GDP | AV | 500 | - 293030 115 | 4 (13%) | 454747 | 173 | 7 (15%)
163 | GDP | TR | 500 | - 293030 1.13 | 3(10%) | 454747 | 176 | 6 (13%)
163 | GDP | RW | 500 | - 293030 1.16 | 3 (10%) | 454747 | 177 | 7 (15%)
163 | GDP | PF | 501 | - 293030 115 | 3(10%) |454747| 173 | 7 (15%)
163 | GDP | GF [ 500 | - 293030 1.14 | 3(10%) | 454747 | 175 | 7 (15%)
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Mol | Type | Chain | Res | Link | oo | RuSE | £12]5 2| Couns | RMSE| £12]5 2
165 | GTP FS 501 | 164 | 33,34,34 | 0.88 50,54,54 | 1.62 8 (16%)
165 | GTP QR 501 | 164 | 33,34,34 | 0.89 1 (3%) | 50,54,54 | 1.59 9 (18%)
165 | GTP QC 501 | 164 | 33,34,34 | 0.97 2 (6%) | 50,54,54 | 1.58 9 (18%)
165 | GTP BG 501 | 164 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.58 9 (18%)
165 | GTP FJ 503 | 164 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.60 8 (16%)
163 | GDP RK 500 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
165 | GTP 0Ol 501 | 164 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.56 9 (18%)
163 | GDP FT 501 - 29,30,30 | 1.16 4 (13%) | 454747 | 1.68 7 (15%)
165 | GTP MM | 501 | 164 | 33,34,34 | 0.97 1 (3%) | 50,54,54 | 1.57 9 (18%)

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

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
165 | GTP VK 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP AF 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP FG 501 | 164 - 8/22/38/38 | 0/3/3/3
165 | GTP SW 501 | 164 - 0/22/38/38 |0/3/3/3
163 | GDP MJ 500 - - 3/16/32/32 |0/3/3/3
163 | GDP VR 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP TF 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP DS 500 - - 2/16/32/32 |0/3/3/3
165 | GTP CB 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP GB 500 - - 2/16/32/32 | 0/3/3/3
163 | GDP HB 501 - - 3/16/32/32 | 0/3/3/3
165 | GTP QI 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP SC 501 | 164 - 6/22/38/38 | 0/3/3/3
165 | GTP Iw 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP JE 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP MZ 500 - - 2/16/32/32 |0/3/3/3
163 | GDP DQ 500 - - 3/16/32/32 | 0/3/3/3
165 | GTP AU 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP VP 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP IB 500 - - 3/16/32/32 | 0/3/3/3
165 | GTP GI 501 | 164 - 1/22/38/38 | 0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
163 | GDP AX 500 - - 2/16/32/32 |0/3/3/3
163 | GDP ON 500 - - 5/16/32/32 |0/3/3/3
165 | GTP MU 501 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP AB 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP NV 501 - - 1/16/32/32 | 0/3/3/3
165 | GTP HE 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP TI 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP CO 500 - - 0/16/32/32 | 0/3/3/3
165 | GTP MQ 501 | 164 - 5/22/38/38 |0/3/3/3
168 | ATP 2w 501 - - 7/22/38/38 | 0/3/3/3
163 | GDP NX 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP TE 501 | 164 - 6/22/38/38 |0/3/3/3
163 | GDP LY 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP LT 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP UB 500 - - 3/16/32/32 |0/3/3/3
168 | ATP 7D 601 | 164 - 10/22/38/38 | 0/3/3/3
163 | GDP JW 500 - - 3/16/32/32 |0/3/3/3
165 | GTP FA 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP QB 501 | 164 - 2/22/38/38 |0/3/3/3
165 | GTP cC 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP DA 500 - - 4/16/32/32 | 0/3/3/3
165 | GTP DB 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP GC 501 | 164 - 5/22/38/38 |0/3/3/3
168 | ATP 8a 801 - - 1/22/38/38 | 0/3/3/3
163 | GDP OD 501 - - 2/16/32/32 | 0/3/3/3
163 | GDP \AY 500 - - 2/16/32/32 |0/3/3/3
165 | GTP R 501 | 164 - 6/22/38/38 |0/3/3/3
165 | GTP WY | 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP TG 501 | 164 - 1/22/38/38 | 0/3/3/3
163 | GDP MD 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP VH 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP BL 500 - - 4/16/32/32 | 0/3/3/3
163 | GDP BN 500 - - 3/16/32/32 |0/3/3/3
165 | GTP D 501 - - 9/22/38/38 |0/3/3/3
165 | GTP NI 501 | 164 - 1/22/38/38 | 0/3/3/3
163 | GDP GJ 500 - - 2/16/32/32 | 0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
163 | GDP PX 501 - - 1/16/32/32 | 0/3/3/3
165 | GTP DP 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP VG 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP GR 500 - - 0/16/32/32 |0/3/3/3
165 | GTP MJ 501 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP C 501 | 164 - 6/22/38/38 |0/3/3/3
163 | GDP RC 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP GE 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP HR 500 - - 2/16/32/32 |0/3/3/3
165 | GTP AM 501 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP G 501 | 164 - 7/22/38/38 | 0/3/3/3
165 | GTP LZ 502 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP OM 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP O 500 - - 2/16/32/32 | 0/3/3/3
165 | GTP QX 501 - - 3/22/38/38 |0/3/3/3
163 | GDP VX 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP II 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP 0J 500 - - 3/16/32/32 | 0/3/3/3
165 | GTP LB 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP PT 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP CI 500 - - 4/16/32/32 | 0/3/3/3
165 | GTP Uuo 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP PA 501 | 164 - 0/22/38/38 |0/3/3/3
163 | GDP IH 500 - - 2/16/32/32 |0/3/3/3
165 | GTP SS 501 | 164 - 8/22/38/38 |0/3/3/3
163 | GDP QW | 500 - - 5/16/32/32 | 0/3/3/3
163 | GDP NH 500 - - 2/16/32/32 |0/3/3/3
165 | GTP DX 501 - - 9/22/38/38 |0/3/3/3
163 | GDP AD 500 - - 3/16/32/32 | 0/3/3/3
163 | GDP NP 500 - - 0/16/32/32 |0/3/3/3
165 | GTP EG 501 | 164 - 7/22/38/38 | 0/3/3/3
165 | GTP HK 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP CO 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP AS 501 | 164 - 8/22/38/38 |0/3/3/3
163 | GDP SN 501 - - 3/16/32/32 |0/3/3/3
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163 | GDP BV 500 - - 2/16/32/32 |0/3/3/3
165 | GTP SQ 501 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP oY 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP | WR | 501 - - 1/16/32/32 | 0/3/3/3
163 | GDP LC 500 - - 2/16/32/32 | 0/3/3/3
165 | GTP HA 501 | 164 - 3/22/38/38 | 0/3/3/3
165 | GTP FM 501 | 164 - 2/22/38/38 |0/3/3/3
163 | GDP SJ 501 - - 2/16/32/32 | 0/3/3/3
165 | GTP EV 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP IV 500 - - 2/16/32/32 |0/3/3/3
163 | GDP TX 500 - - 0/16/32/32 |0/3/3/3
163 | GDP CG 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP AY 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP NB 500 - - 3/16/32/32 | 0/3/3/3
163 | GDP IX 501 - - 0/16/32/32 |0/3/3/3
163 | GDP TN 500 - - 3/16/32/32 |0/3/3/3
163 | GDP HT 501 - - 1/16/32/32 | 0/3/3/3
163 | GDP WJ 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP FP 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP LI 500 - - 3/16/32/32 |0/3/3/3
163 | GDP BT 500 - - 3/16/32/32 |0/3/3/3
163 | GDP GD 500 - - 4/16/32/32 | 0/3/3/3
165 | GTP HU 501 | 164 - 2/22/38/38 |0/3/3/3
165 | GTP HY 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP BW | 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP ET 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP BJ 500 - - 3/16/32/32 |0/3/3/3
163 | GDP KO 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP HV 500 - - 2/16/32/32 | 0/3/3/3
165 | GTP OC 501 | 164 - 1/22/38/38 | 0/3/3/3
163 | GDP LE 500 - - 2/16/32/32 | 0/3/3/3
163 | GDP RA 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP NK 501 - - 3/22/38/38 |0/3/3/3
163 | GDP TP 500 - 1/16/32/32 | 0/3/3/3
165 | GTP NW | 501 - - 3/22/38/38 | 0/3/3/3
163 | GDP EJ 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP PS 501 - - 5/22/38/38 |0/3/3/3
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163 | GDP PN 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP WI 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP WE 501 | 164 - 8/22/38/38 | 0/3/3/3
165 | GTP BO 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP HL 501 - - 1/16/32/32 | 0/3/3/3
163 | GDP MR 500 - - 3/16/32/32 |0/3/3/3
165 | GTP CJ 501 | 164 - 3/22/38/38 | 0/3/3/3
163 | GDP FN 500 - - 0/16/32/32 |0/3/3/3
163 | GDP GH 500 - - 3/16/32/32 |0/3/3/3
163 | GDP MX 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP FE 501 | 164 - 6/22/38/38 |0/3/3/3
163 | GDP I 501 - - 0/16/32/32 |0/3/3/3
165 | GTP QN 501 | 164 - 2/22/38/38 |0/3/3/3
163 | GDP KY 500 - - 2/16/32/32 | 0/3/3/3
165 | GTP FT 503 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP EU 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP HI 501 | 164 - 2/22/38/38 |0/3/3/3
165 | GTP 00 501 | 164 - 1/22/38/38 | 0/3/3/3
165 | GTP DJ 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP HS 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP NC 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP SO 501 | 164 - 6/22/38/38 |0/3/3/3
165 | GTP IK 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP JV 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP VN 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP HF 500 - - 2/16/32/32 |0/3/3/3
163 | GDP RS 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP JK 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP FD 500 - - 3/16/32/32 | 0/3/3/3
165 | GTP K 501 | 164 - 2/22/38/38 |0/3/3/3
163 | GDP H 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP MY 501 | 164 - 2/22/38/38 |0/3/3/3
165 | GTP JJ 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP AlJ 500 - - 2/16/32/32 |0/3/3/3
163 | GDP CE 500 - - 3/16/32/32 | 0/3/3/3
163 | GDP SH 500 - - 2/16/32/32 | 0/3/3/3
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163 | GDP BH 500 - - 3/16/32/32 |0/3/3/3
163 | GDP FX 500 - - 4/16/32/32 | 0/3/3/3
163 | GDP AP 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP LO 500 - - 3/16/32/32 |0/3/3/3
165 | GTP CH 501 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP WA 501 | 164 - 2/22/38/38 |0/3/3/3
165 | GTP DV 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP QF 501 | 164 - 2/22/38/38 |0/3/3/3
165 | GTP VM 501 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP Uw 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP JM 501 - - 0/16/32/32 |0/3/3/3
165 | GTP AO 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP QK 500 - - 5/16/32/32 |0/3/3/3
163 | GDP E 500 - - 3/16/32/32 |0/3/3/3
163 | GDP ST 500 - - 2/16/32/32 | 0/3/3/3
165 | GTP CE 501 | 164 - 6/22/38/38 |0/3/3/3
163 | GDP PD 500 - - 4/16/32/32 | 0/3/3/3
163 | GDP OR 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP SA 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP AG 501 | 164 - 6/22/38/38 |0/3/3/3
163 | GDP OF 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP BQ 501 | 164 - 8/22/38/38 |0/3/3/3
168 | ATP TA 402 - - 6/22/38/38 |0/3/3/3
163 | GDP RQ 500 - - 0/16/32/32 |0/3/3/3
163 | GDP T 501 - - 1/16/32/32 | 0/3/3/3
165 | GTP RN 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP EL 500 - - 3/16/32/32 |0/3/3/3
163 | GDP LM 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP VC 501 | 164 - 6/22/38/38 |0/3/3/3
163 | GDP MB 500 - - 2/16/32/32 | 0/3/3/3
163 | GDP S 500 - - 2/16/32/32 |0/3/3/3
165 | GTP CV 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP SP 500 - - 3/16/32/32 | 0/3/3/3
165 | GTP BA 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP QS 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP RL 501 | 164 - 9/22/38/38 |0/3/3/3
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165 | GTP Ul 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP PI 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP uJ 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP GL 501 | 164 - 9/22/38/38 |0/3/3/3
165 | GTP oG 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP SG 501 | 164 - 8/22/38/38 | 0/3/3/3
165 | GTP PO 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP T™W | 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP IN 500 - - 3/16/32/32 |0/3/3/3
163 | GDP WF 501 - - 1/16/32/32 | 0/3/3/3
163 | GDP KS 500 - - 2/16/32/32 |0/3/3/3
163 | GDP M 500 - - 3/16/32/32 |0/3/3/3
163 | GDP VT 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP L 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP MV 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP LW 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP DK 501 - - 2/16/32/32 |0/3/3/3
163 | GDP ID 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP | WW | 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP AT 500 - - 4/16/32/32 | 0/3/3/3
165 | GTP LX 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP ER 500 - - 2/16/32/32 | 0/3/3/3
163 | GDP VL 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP QL 501 - - 3/22/38/38 |0/3/3/3
165 | GTP NQ 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP WL 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP CN 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP DQ 501 | 164 - 6/22/38/38 | 0/3/3/3
163 | GDP PL 501 - - 1/16/32/32 | 0/3/3/3
165 | GTP OK 501 - - 6/22/38/38 |0/3/3/3
163 | GDP LK 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP OW | 501 - - 6/22/38/38 |0/3/3/3
165 | GTP IO 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP ™ 501 | 164 - 7/22/38/38 | 0/3/3/3
165 | GTP IE 501 | 164 - 2/22/38/38 |0/3/3/3
163 | GDP DU 500 - - 2/16/32/32 | 0/3/3/3
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165 | GTP GG 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP CS 500 - - 2/16/32/32 |0/3/3/3
165 | GTP TS 501 | 164 - 1/22/38/38 | 0/3/3/3
165 | GTP US 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP SL 500 - - 2/16/32/32 | 0/3/3/3
165 | GTP LL 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP MV 500 - - 3/16/32/32 |0/3/3/3
165 | GTP HN 503 | 164 - 7/22/38/38 | 0/3/3/3
168 | ATP 61 400 | 164 - 7/22/38/38 | 0/3/3/3
165 | GTP LV 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP DM 500 - - 2/16/32/32 | 0/3/3/3
163 | GDP JC 500 - - 2/16/32/32 |0/3/3/3
163 | GDP KA 500 - - 3/16/32/32 |0/3/3/3
163 | GDP HP 501 - - 3/16/32/32 | 0/3/3/3
165 | GTP PE 501 | 164 - 0/22/38/38 |0/3/3/3
163 | GDP LS 500 - - 2/16/32/32 |0/3/3/3
163 | GDP JQ 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP KH 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP FF 500 - - 4/16/32/32 | 0/3/3/3
165 | GTP UK 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP QA 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP GW | 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP HW | 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP cC 500 - - 3/16/32/32 |0/3/3/3
165 | GTP RO 501 | 164 - 7/22/38/38 | 0/3/3/3
165 | GTP JW 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP CY 500 - - 5/16/32/32 |0/3/3/3
163 | GDP JK 500 - - 3/16/32/32 |0/3/3/3
165 | GTP HM 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP N 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP CW | 500 - - 5/16/32/32 |0/3/3/3
165 | GTP UA 501 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP VH 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP A 501 - - 2/16/32/32 |0/3/3/3
163 | GDP EX 500 - - 2/16/32/32 |0/3/3/3
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165 | GTP OopP 503 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP FL 500 - - 4/16/32/32 | 0/3/3/3
163 | GDP JY 501 - - 0/16/32/32 | 0/3/3/3
165 | GTP IS 501 | 164 - 7/22/38/38 | 0/3/3/3
165 | GTP RV 501 - - 1/22/38/38 | 0/3/3/3
165 | GTP DH 501 | 164 - 1/22/38/38 | 0/3/3/3
165 | GTP RX 501 | 164 - 9/22/38/38 |0/3/3/3
163 | GDP EV 500 - - 4/16/32/32 | 0/3/3/3
168 | ATP 6p 500 | 164 - 9/22/38/38 |0/3/3/3
163 | GDP KK 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP QH 501 | 164 - 10/22/38/38 | 0/3/3/3
163 | GDP D 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP SR 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP KZ 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP PG 501 - - 5/22/38/38 |0/3/3/3
163 | GDP LA 500 - - 2/16/32/32 |0/3/3/3
163 | GDP RO 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP JZ 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP DE 500 - - 4/16/32/32 | 0/3/3/3
165 | GTP uQ 501 | 164 - 9/22/38/38 |0/3/3/3
163 | GDP RG 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP OB 500 - - 5/16/32/32 |0/3/3/3
163 | GDP JO 500 - - 2/16/32/32 | 0/3/3/3
163 | GDP NJ 501 - - 1/16/32/32 | 0/3/3/3
163 | GDP GT 501 - - 2/16/32/32 | 0/3/3/3
165 | GTP HQ 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP UF 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP DI 500 - - 2/16/32/32 |0/3/3/3
165 | GTP PM 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP MG 501 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP RC 501 | 164 - 7/22/38/38 | 0/3/3/3
163 | GDP QM 500 - - 2/16/32/32 | 0/3/3/3
163 | GDP IF 500 - - 3/16/32/32 |0/3/3/3
165 | GTP IU 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP LJ 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP CU 500 - - 0/16/32/32 | 0/3/3/3
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163 | GDP | WN | 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP KC 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP BF 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP TV 500 - - 2/16/32/32 |0/3/3/3
165 | GTP RF 501 | 164 - 1/22/38/38 | 0/3/3/3
163 | GDP ED 500 - - 4/16/32/32 | 0/3/3/3
163 | GDP | WD 500 - - 2/16/32/32 | 0/3/3/3
163 | GDP UN 500 - - 3/16/32/32 |0/3/3/3
165 | GTP FC 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP GN 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP | WX | 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP HH 501 - - 1/16/32/32 | 0/3/3/3
163 | GDP QC 500 - - 2/16/32/32 |0/3/3/3
163 | GDP QU 500 - - 2/16/32/32 | 0/3/3/3
165 | GTP T 503 | 164 - 7/22/38/38 | 0/3/3/3
163 | GDP GP 500 - - 4/16/32/32 | 0/3/3/3
163 | GDP PB 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP ES 501 | 164 - 7/22/38/38 | 0/3/3/3
165 | GTP EJ 501 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP BK 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP MA 501 | 164 - 0/22/38/38 |0/3/3/3
163 | GDP DC 500 - - 4/16/32/32 | 0/3/3/3
163 | GDP RI 500 - - 0/16/32/32 |0/3/3/3
165 | GTP MI 501 | 164 - 5/22/38/38 | 0/3/3/3
165 | GTP DN 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP U 500 - - 2/16/32/32 | 0/3/3/3
165 | GTP NO 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP HB 503 | 164 - 7/22/38/38 | 0/3/3/3
165 | GTP NA 501 - - 7/22/38/38 | 0/3/3/3
165 | GTP QO 501 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP PK 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP SE 501 | 164 - 5/22/38/38 | 0/3/3/3
163 | GDP KQ 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP FV 503 - - 3/22/38/38 |0/3/3/3
165 | GTP LF 502 | 164 - 2/22/38/38 |0/3/3/3
163 | GDP TJ 500 - - 2/16/32/32 | 0/3/3/3
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163 | GDP BR 500 - - 3/16/32/32 |0/3/3/3
165 | GTP MC 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP WC 501 | 164 - 2/22/38/38 |0/3/3/3
165 | GTP MS 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP IR 500 - - 3/16/32/32 |0/3/3/3
165 | GTP DD 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP IG 501 | 164 - 7/22/38/38 | 0/3/3/3
163 | GDP FR 501 - - 3/16/32/32 |0/3/3/3
165 | GTP SU 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP NM 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP CT 501 | 164 - 6/22/38/38 |0/3/3/3
163 | GDP BP 500 - - 2/16/32/32 |0/3/3/3
165 | GTP EO 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP KI 500 - - 3/16/32/32 |0/3/3/3
163 | GDP JG 500 - - 2/16/32/32 | 0/3/3/3
165 | GTP LH 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP VA 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP HD 501 - - 3/16/32/32 | 0/3/3/3
165 | GTP BM 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP HG 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP AK 501 | 164 - 3/22/38/38 | 0/3/3/3
165 | GTP VS 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP OD 503 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP SD 500 - - 3/16/32/32 |0/3/3/3
165 | GTP TU 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP B 500 - - 3/16/32/32 | 0/3/3/3
163 | GDP TT 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP NU 501 | 164 - 1/22/38/38 |0/3/3/3
163 | GDP EH 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP VF 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP QO 500 - - 2/16/32/32 |0/3/3/3
165 | GTP LP 502 | 164 - 6/22/38/38 | 0/3/3/3
163 | GDP FB 500 - - 0/16/32/32 | 0/3/3/3
163 | GDP SB 501 - - 3/16/32/32 |0/3/3/3
163 | GDP OL 500 - - 2/16/32/32 |0/3/3/3
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163 | GDP IT 501 - - 2/16/32/32 |0/3/3/3
165 | GTP ED 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP AH 500 - - 3/16/32/32 | 0/3/3/3
163 | GDP UX 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP | WK | 501 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP SM 501 | 164 - 3/22/38/38 | 0/3/3/3
165 | GTP TQ 501 | 164 - 6/22/38/38 |0/3/3/3
163 | GDP NT 500 - - 2/16/32/32 | 0/3/3/3
165 | GTP WU | 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP PJ 500 - - 3/16/32/32 |0/3/3/3
163 | GDP OH 500 - - 3/16/32/32 | 0/3/3/3
165 | GTP SK 501 | 164 - 0/22/38/38 |0/3/3/3
165 | GTP J 501 | 164 - 8/22/38/38 |0/3/3/3
165 | GTP QU 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP DL 501 - - 10/22/38/38 | 0/3/3/3
165 | GTP RR 501 | 164 - 1/22/38/38 | 0/3/3/3
163 | GDP AZ 500 - - 2/16/32/32 | 0/3/3/3
163 | GDP QI 500 - - 2/16/32/32 | 0/3/3/3
165 | GTP VY 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP HJ 500 - - 2/16/32/32 |0/3/3/3
163 | GDP )Y 500 - - 3/16/32/32 | 0/3/3/3
165 | GTP MO 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP KP 502 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP | WM | 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP KL 501 | 164 - 2/22/38/38 |0/3/3/3
165 | GTP ME 501 | 164 - 5/22/38/38 |0/3/3/3
168 | ATP 2x 501 - - 7/22/38/38 | 0/3/3/3
165 | GTP IM 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP RB 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP EN 500 - - 3/16/32/32 |0/3/3/3
165 | GTP FI 501 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP UG 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP F 500 - - 3/16/32/32 | 0/3/3/3
168 | ATP 2v 501 - - 5/22/38/38 |0/3/3/3
165 | GTP OS 501 | 164 - 3/22/38/38 |0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
165 | GTP LD 502 | 164 - 6/22/38/38 |0/3/3/3
165 | GTP QT 501 | 164 - 10/22/38/38 | 0/3/3/3
165 | GTP TO 501 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP TC 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP HN 501 - - 3/16/32/32 |0/3/3/3
165 | GTP NR 501 - - 6/22/38/38 |0/3/3/3
165 | GTP KF 501 | 164 - 6/22/38/38 | 0/3/3/3
165 | GTP VE 501 | 164 - 1/22/38/38 | 0/3/3/3
163 | GDP NF 500 - - 3/16/32/32 |0/3/3/3
165 | GTP VT 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP UR 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP MF 500 - - 3/16/32/32 |0/3/3/3
163 | GDP KU 500 - - 3/16/32/32 |0/3/3/3
163 | GDP MP 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP TK 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP QQ 500 - - 2/16/32/32 | 0/3/3/3
165 | GTP FQ 501 | 164 - 6/22/38/38 | 0/3/3/3
163 | GDP NL 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP WT 500 - - 2/16/32/32 |0/3/3/3
165 | GTP RH 501 | 164 - 2/22/38/38 |0/3/3/3
163 | GDP RM 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP KB 502 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP BS 501 | 164 - 1/22/38/38 |0/3/3/3
163 | GDP 1J 500 - - 2/16/32/32 |0/3/3/3
165 | GTP IC 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP WO 501 | 164 - 2/22/38/38 |0/3/3/3
163 | GDP EP 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP BD 500 - - 2/16/32/32 | 0/3/3/3
165 | GTP KX 501 | 164 - 2/22/38/38 |0/3/3/3
165 | GTP GO 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP VB 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP \Y 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP WP 500 - - 2/16/32/32 | 0/3/3/3
163 | GDP FJ 501 - - 2/16/32/32 |0/3/3/3
165 | GTP AP 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP LN 502 | 164 - 3/22/38/38 | 0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
165 | GTP WS 501 | 164 - 1/22/38/38 | 0/3/3/3
165 | GTP GK 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP NR 500 - - 3/16/32/32 | 0/3/3/3
163 | GDP ML 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP LG 501 - - 2/16/32/32 |0/3/3/3
163 | GDP MH 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP DW | 501 - - 1/16/32/32 | 0/3/3/3
165 | GTP EM 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP GS 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP KT 501 | 164 - 5/22/38/38 | 0/3/3/3
163 | GDP OP 501 - - 2/16/32/32 |0/3/3/3
165 | GTP UE 501 | 164 - 9/22/38/38 |0/3/3/3
163 | GDP JI 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP ND 500 - - 0/16/32/32 |0/3/3/3
163 | GDP RU 500 - - 0/16/32/32 | 0/3/3/3
163 | GDP HX 501 - - 1/16/32/32 | 0/3/3/3
165 | GTP DT 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP NE 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP ucC 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP MT 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP PP 500 - - 4/16/32/32 | 0/3/3/3
163 | GDP TL 501 - - 0/16/32/32 | 0/3/3/3
163 | GDP UD 500 - - 3/16/32/32 |0/3/3/3
165 | GTP VQ 501 | 164 - 1/22/38/38 | 0/3/3/3
165 | GTP KN 502 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP PH 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP AR 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP FV 501 - - 1/16/32/32 | 0/3/3/3
165 | GTP WQ 501 | 164 - 8/22/38/38 |0/3/3/3
163 | GDP CM 500 - - 3/16/32/32 |0/3/3/3
163 | GDP W 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP WG 501 | 164 - 1/22/38/38 | 0/3/3/3
165 | GTP NF 501 - - 6/22/38/38 |0/3/3/3
165 | GTP KJ 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP VO 501 | 164 - 6/22/38/38 | 0/3/3/3
165 | GTP BY 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP KR 501 | 164 - 6/22/38/38 |0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
165 | GTP PU 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP CK 501 - - 6/16/32/32 |0/3/3/3
163 | GDP DY 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP EB 500 - - 4/16/32/32 | 0/3/3/3
163 | GDP WB 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP AL 500 - - 3/16/32/32 |0/3/3/3
163 | GDP FH 500 - - 0/16/32/32 |0/3/3/3
163 | GDP NN 500 - - 3/16/32/32 |0/3/3/3
165 | GTP SI 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP G 500 - - 2/16/32/32 |0/3/3/3
165 | GTP KD 502 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP RJ 501 - - 1/22/38/38 | 0/3/3/3
163 | GDP CA 500 - - 3/16/32/32 | 0/3/3/3
165 | GTP EP 501 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP PC 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP UT 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP IQ 501 | 164 - 2/22/38/38 |0/3/3/3
165 | GTP UuU 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP UL 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP LU 500 - - 3/16/32/32 |0/3/3/3
165 | GTP Al 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP PR 501 - - 3/16/32/32 |0/3/3/3
163 | GDP MN 500 - - 2/16/32/32 |0/3/3/3
163 | GDP BX 500 - - 3/16/32/32 |0/3/3/3
165 | GTP JF 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP DG 500 - - 2/16/32/32 |0/3/3/3
165 | GTP KV 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP GL 500 - - 3/16/32/32 |0/3/3/3
165 | GTP CQ 501 | 164 - 6/22/38/38 | 0/3/3/3
165 | GTP PQ 501 | 164 - 0/22/38/38 |0/3/3/3
165 | GTP JR 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP JD 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP EF 500 - - 3/16/32/32 | 0/3/3/3
163 | GDP P 500 - - 2/16/32/32 |0/3/3/3
165 | GTP AA 501 | 164 - 6/22/38/38 |0/3/3/3

Continued on next page...



Page 158

wwPDB EM Validation Summary Report

EMD-72629, 9Y6S

Continued from previous page...

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
165 | GTP EA 501 | 164 - 2/22/38/38 |0/3/3/3
163 | GDP LQ 500 - - 2/16/32/32 |0/3/3/3
165 | GTP EC 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP OT 500 - - 3/16/32/32 |0/3/3/3
163 | GDP 0X 500 - - 2/16/32/32 |0/3/3/3
163 | GDP RE 500 - - 0/16/32/32 | 0/3/3/3
163 | GDP QE 500 - - 2/16/32/32 |0/3/3/3
163 | GDP IL 501 - - 0/16/32/32 | 0/3/3/3
165 | GTP PY 501 | 164 - 3/22/38/38 |0/3/3/3
163 | GDP GX 500 - - 4/16/32/32 | 0/3/3/3
165 | GTP GU 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP KM 500 - - 2/16/32/32 | 0/3/3/3
163 | GDP JA 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP OA 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP JB 501 | 164 - 2/22/38/38 |0/3/3/3
163 | GDP JU 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP GV 501 - - 4/16/32/32 | 0/3/3/3
165 | GTP VW | 501 | 164 - 5/22/38/38 | 0/3/3/3
165 | GTP GQ 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP SF 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP UM 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP PV 500 - - 3/16/32/32 | 0/3/3/3
165 | GTP CW | 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP IA 501 | 164 - 6/22/38/38 |0/3/3/3
163 | GDP | WH | 500 - - 2/16/32/32 | 0/3/3/3
163 | GDP QG 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP IP 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP uv 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP BU 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP CK 503 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP Iy 501 | 164 - 4/22/38/38 | 0/3/3/3
168 | ATP 6u 700 - - 7/22/38/38 | 0/3/3/3
163 | GDP VD 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP VJ 500 - - 2/16/32/32 |0/3/3/3
163 | GDP | WV | 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP CQ 500 - - 3/16/32/32 |0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
165 | GTP LR 502 | 164 - 2/22/38/38 |0/3/3/3
163 | GDP UpP 500 - - 3/16/32/32 |0/3/3/3
165 | GTP JN 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP Q 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP JH 501 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP ouU 501 | 164 - 6/22/38/38 |0/3/3/3
163 | GDP AN 500 - - 2/16/32/32 | 0/3/3/3
165 | GTP EI 501 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP FO 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP PW 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP RT 501 | 164 - 2/22/38/38 |0/3/3/3
165 | GTP AW 501 | 164 - 3/22/38/38 |0/3/3/3
165 | GTP NY 501 | 164 - 4/22/38/38 | 0/3/3/3
165 | GTP BE 501 | 164 - 7/22/38/38 | 0/3/3/3
163 | GDP | KW | 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP AD 501 | 164 - 4/22/38/38 | 0/3/3/3
163 | GDP UH 500 - - 1/16/32/32 | 0/3/3/3
165 | GTP BI 501 | 164 - 5/22/38/38 | 0/3/3/3
163 | GDP JS 500 - - 2/16/32/32 |0/3/3/3
163 | GDP SV 501 - - 2/16/32/32 |0/3/3/3
163 | GDP AB 500 - - 3/16/32/32 | 0/3/3/3
165 | GTP DE 501 | 164 - 6/22/38/38 |0/3/3/3
165 | GTP JP 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP TH 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP KE 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP KG 500 - - 2/16/32/32 |0/3/3/3
163 | GDP DO 500 - - 1/16/32/32 | 0/3/3/3
168 | ATP 9R 500 | 164 - 6/22/38/38 | 0/3/3/3
165 | GTP JT 501 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP AV 500 - - 3/16/32/32 |0/3/3/3
163 | GDP TR 500 - - 1/16/32/32 | 0/3/3/3
163 | GDP RW 500 - - 2/16/32/32 | 0/3/3/3
163 | GDP PF 501 - - 3/16/32/32 |0/3/3/3
163 | GDP GF 500 - - 4/16/32/32 | 0/3/3/3
165 | GTP FS 501 | 164 - 3/22/38/38 |0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
165 | GTP QR 501 | 164 - 2/22/38/38 |0/3/3/3
165 | GTP QC 501 | 164 - 5/22/38/38 |0/3/3/3
165 | GTP BG 501 | 164 - 1/22/38/38 | 0/3/3/3
165 | GTP FJ 503 | 164 - 5/22/38/38 |0/3/3/3
163 | GDP RK 500 - - 2/16/32/32 | 0/3/3/3
165 | GTP Ol 501 | 164 - 6/22/38/38 | 0/3/3/3
163 | GDP FT 501 - - 1/16/32/32 | 0/3/3/3
165 | GTP | MM | 501 | 164 - 2/22/38/38 |0/3/3/3
The worst 5 of 1224 bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
165 IK 501 | GTP | PB-O3A | 347 1.63 1.59
165 IW 501 | GTP | PB-O3A | 341 1.63 1.59
163 CK 501 | GDP | C5-C4 | 3.21 1.47 1.38
163 KY 500 | GDP | C5-C4 | 3.13 1.47 1.38
163 O 500 | GDP | C5-C4 | 3.12 1.47 1.38
The worst 5 of 4620 bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
163 CW | 500 | GDP | C5-C4-N3 | -6.47 118.10 128.39
163 P 500 | GDP | C5-C4-N3 | -6.38 118.23 128.39
163 CK 501 | GDP | C5-C4-N3 | -6.27 118.41 128.39
163 QK 500 | GDP | C5-C4-N3 | -6.25 118.45 128.39
163 QW | 500 | GDP | C5-C4-N3 | -6.25 118.45 128.39
There are no chirality outliers.
5 of 1851 torsion outliers are listed below:
Mol | Chain | Res | Type Atoms
163 AB 500 | GDP | C5-0O5-PA-O3A
163 AB 500 | GDP | C5-0O5-PA-O1A
163 AD 500 | GDP | C5-0O5-PA-O3A
163 AD 500 | GDP | C5-0O5-PA-O1A
163 AF 500 | GDP | C5-0O5-PA-O1A

There are no ring outliers.

No monomer is involved in short contacts.
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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
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 VK 501

Torsions Rings
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Ligand GDP AF 500

Bond lengths
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Ligand GTP SW 501
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Bond lengths
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Ligand GDP VR 500

Bond lengths
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Ligand GDP DS 500

Bond lengths

Torsions Rings
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Ligand GDP GB 500

Bond lengths
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Bond lengths

Torsions Rings
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Ligand GTP QI 501

Torsions Rings

Ligand GTP SC 501

Torsions Rings
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Ligand GTP IW 501
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Bond lengths
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Ligand GDP MZ 500

Bond lengths
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Ligand GTP AU 501
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Bond lengths

Torsions Rings
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Ligand GDP 1IB 500

Bond lengths
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Ligand GDP AX 500

Bond lengths
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Ligand GTP MU 501

Torsions Rings

Ligand GTP AB 501

Torsions Rings
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Ligand GDP NV 501

Bond lengths
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Torsions Rings




Page 175 wwPDB EM Validation Summary Report EMD-72629, 9Y6S

Ligand GTP TI 501

Torsions Rings

Bond lengths
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Ligand ATP 2w 501

Bond lengths Bond angles
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Ligand GTP TE 501
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Bond lengths
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Ligand GTP LT 501
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Ligand ATP 7D 601

Bond angles
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Ligand GTP FA 501

Torsions Rings

Ligand GTP QB 501
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Ligand GTP CC 501

Torsions Rings

Bond lengths
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Ligand GTP DB 501

Torsions Rings
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Ligand ATP 8a 801

Bond lengths Bond angles
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Ligand GDP VV 500

Bond lengths
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Ligand GTP WY 501
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Ligand GDP MD 500
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Ligand GDP BL 500
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Ligand GTP D 501
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Ligand GDP GJ 500
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Ligand GTP DP 501
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Ligand GDP GR 500

Bond lengths
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Ligand GTP C 501
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Ligand GTP GE 501
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Ligand GTP AM 501
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Ligand GTP LZ 502
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Ligand GTP OM 501
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Ligand GDP O 500

Bond lengths
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Ligand GDP VX 500

Bond lengths

Torsions Rings

Torsions Rings




Page 199 wwPDB EM Validation Summary Report EMD-72629, 9Y6S

Ligand GDP OJ 500
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Ligand GDP PT 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP UO 501

Torsions Rings

Ligand GTP PA 501

Torsions Rings
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Ligand GDP IH 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GDP QW 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings




Page 204 wwPDB EM Validation Summary Report EMD-72629, 9Y6S

Ligand GTP DX 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP NP 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP HK 501

Torsions Rings

Ligand GTP CO 501

Torsions Rings
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Ligand GTP AS 501

Torsions Rings
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Torsions Rings
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Ligand GDP BV 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP OY 501

Torsions Rings

Torsions Rings
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Ligand GDP LC 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP FM 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP EV 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP TX 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP AY 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP IX 501

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP HT 501

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP FP 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP BT 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP HU 501

Torsions Rings

Torsions Rings
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Ligand GTP BW 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP BJ 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP HV 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GDP LE 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP NK 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP NW 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP PS 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP WI 501

Torsions Rings

Torsions Rings
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Ligand GTP BO 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP MR 500

Bond lengths

Torsions Rings

Ligand GTP CJ 501

Torsions Rings
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Ligand GDP FN 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP MX 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GDP I 501

Bond lengths

Torsions Rings

Ligand GTP QN 501

Torsions Rings
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Ligand GDP KY 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP EU 501

Torsions Rings

Torsions Rings
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Ligand GTP OO 501

Torsions Rings

Ligand GTP DJ 501

Torsions Rings
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Ligand GTP HS 501

Torsions Rings

Torsions Rings
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Ligand GTP SO 501

Torsions Rings

Ligand GTP IK 501

Torsions Rings
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Ligand GTP JV 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP HF 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP JK 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP K 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP MY 501

Torsions Rings

Torsions Rings
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Ligand GDP AJ 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP SH 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP FX 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP LO 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP WA 501

Torsions Rings

Ligand GTP DV 501

Torsions Rings
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Ligand GTP QF 501

Torsions Rings

Torsions Rings
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Ligand GTP UW 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP AO 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP E 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP CE 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP OR 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP AG 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP BQ 501

Torsions

Rings
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Ligand ATP 7A 402

Bond angles

Torsions Rings

Torsions Rings
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Ligand GDP T 501

Bond lengths

Torsions Rings

Ligand GTP RN 501

Torsions Rings
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Ligand GDP EL 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP VC 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP S 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GDP SP 500

Bond lengths

Torsions Rings

Ligand GTP BA 501

Torsions Rings
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Ligand GDP QS 500

Bond lengths

Torsions Rings

Ligand GTP RL 501

Torsions Rings
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Ligand GTP UI 501

Torsions Rings

Ligand GTP PI 501

Torsions Rings
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Ligand GDP UJ 500

Bond lengths

Torsions Rings

Ligand GTP GL 501

Torsions Rings
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Ligand GTP OG 501

Torsions Rings

Torsions Rings
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Ligand GTP PO 501

Torsions Rings

Torsions Rings
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Ligand GDP IN 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP KS 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP VT 500

Bond lengths

Torsions Rings

Ligand GTP L 501

Torsions Rings
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Ligand GTP MV 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP DK 501

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP WW 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP LX 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP VL 500

Bond lengths

Torsions Rings

Ligand GTP QL 501

Torsions Rings
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Ligand GTP NQ 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP CN 501

Torsions Rings

Torsions Rings
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Ligand GDP PL 501

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GDP LK 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP 10 501

Torsions Rings

Torsions Rings
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Ligand GTP IE 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP GG 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP TS 501

Torsions Rings

Torsions Rings
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Ligand GDP SL 500

Bond lengths

Torsions Rings

Ligand GTP LL 501

Torsions Rings
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Ligand GDP MYV 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand ATP 61 400

Bond lengths Bond angles

Torsions Rings
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Ligand GTP LV 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP JC 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP HP 501

Bond lengths

Torsions Rings

Ligand GTP PE 501

Torsions Rings
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Ligand GDP LS 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP KH 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP UK 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP GW 501

Torsions Rings

Torsions Rings
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Ligand GDP CC 500

Bond lengths

Torsions Rings

Ligand GTP RO 501

Torsions Rings
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Ligand GTP JW 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP JK 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GDP N 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP UA 501

Torsions Rings

Torsions Rings
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Ligand GDP A 501

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP OP 503

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP JY 501

Bond lengths

Torsions Rings

Ligand GTP IS 501

Torsions Rings
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Ligand GTP RV 501

Torsions Rings

Torsions Rings
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Ligand GTP RX 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand ATP 6p 500

Bond lengths Bond angles

Torsions Rings

Torsions Rings
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Ligand GTP QH 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP SR 500

Bond lengths

Torsions Rings

Ligand GTP KZ 501

Torsions Rings
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Ligand GTP PG 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP RO 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GDP DE 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GDP RG 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP JO 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP GT 501

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GDP UF 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP PM 501

Torsions Rings

Torsions Rings
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Ligand GTP RC 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP IF 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP LJ 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP WN 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP BF 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP RF 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP WD 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP FC 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP WX 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings




Page 323 wwPDB EM Validation Summary Report EMD-72629, 9Y6S

Ligand GDP QC 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP T 503

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP PB 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP EJ 501

Torsions Rings

Ligand GTP BK 501

Torsions Rings




Page 327 wwPDB EM Validation Summary Report EMD-72629, 9Y6S

Ligand GTP MA 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP RI 500

Bond lengths

Torsions Rings

Ligand GTP MI 501

Torsions Rings
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Ligand GTP DN 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP NO 501

Torsions Rings

Torsions Rings
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Ligand GTP NA 501

Torsions Rings

Ligand GTP QO 501

Torsions Rings




Page 332 wwPDB EM Validation Summary Report EMD-72629, 9Y6S

Ligand GTP PK 501

Torsions Rings

Torsions Rings
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Ligand GDP KQ 500

Bond lengths

Torsions Rings

Ligand GTP FV 503

Torsions Rings




Page 334 wwPDB EM Validation Summary Report EMD-72629, 9Y6S

Ligand GTP LF 502

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP BR 500

Bond lengths

Torsions Rings

Ligand GTP MC 501

Torsions Rings
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Ligand GTP WC 501

Torsions Rings

Torsions Rings
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Ligand GDP IR 500

Bond lengths

Torsions Rings

Ligand GTP DD 501

Torsions Rings




Page 338 wwPDB EM Validation Summary Report EMD-72629, 9Y6S

Ligand GTP IG 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP SU 501

Torsions Rings

Ligand GTP NM 501

Torsions Rings




Page 340 wwPDB EM Validation Summary Report EMD-72629, 9Y6S

Ligand GTP CT 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP EO 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP JG 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP VA 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP BM 501

Torsions Rings

Ligand GTP HG 501

Torsions Rings
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Ligand GTP AK 501

Torsions Rings

Torsions Rings
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Ligand GTP OD 503

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP TU 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP TT 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GDP EH 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP QO 500

Bond lengths

Torsions Rings

Ligand GTP LP 502

Torsions Rings
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Ligand GDP FB 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP OL 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP ED 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP UX 500

Bond lengths

Torsions Rings

Ligand GTP WK 501

Torsions Rings
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Ligand GTP SM 501

Torsions Rings

Torsions Rings
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Ligand GDP NT 500

Bond lengths

Torsions Rings

Ligand GTP WU 501

Torsions Rings
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Ligand GDP PJ 500

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP SK 501

Torsions Rings

Ligand GTP J 501

Torsions Rings
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Ligand GTP QU 501

Torsions Rings

Ligand GTP DL 501

Torsions Rings
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Ligand GTP RR 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP QI 500

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GDP HJ 500
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4.7 Other polymers (i)

There are no such residues in this entry.

4.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
67 57 4
67 5Y 4
67 5X 4
67 ba 3
68 5f 2
95 6t 1
68 5¢ 1
68 5d 1

109 9a 1
68 He 1
67 5W 1

Continued on next page...


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#polymer_linkage
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Continued from previous page...

Mol | Chain | Number of breaks
83 6k 1
16 0i 1
126 9N 1
2 GU 1
2 CB 1

The worst 5 of 28 chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 ba 233:ASP C 234:ASP N 8.58
1 57 233:ASP C 234:ASP N 8.37
1 oY 233:ASP C 234:ASP N 7.90
1 X 233:ASP C 234:ASP N 7.70
1 Y/ 496:PHE C 497:LEU N 7.54
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5 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-72629. 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)

This section was not generated.

5.2 Central slices (i)

This section was not generated.

5.3 Largest variance slices (i)

This section was not generated.

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

This section was not generated.

5.5 Orthogonal surface views (i)

This section was not generated.

5.6 Mask visualisation (i)

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


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
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_glow_std
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)

This section was not generated.

6.2 Volume estimate versus contour level (i)

This section was not generated.

6.3 Rotationally averaged power spectrum (i)

This section was not generated. The rotationally averaged power spectrum had issues being dis-
played.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_analysis
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_value_distribution
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 was not generated.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_fit
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