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

We welcome your comments at validation@mail. wwpdb.org
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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 : 1.8.5 (274361), CSD asb41be (2020)
MolProbity : 4-5-2 with Phenix2.0
Buster-report : wwPDB partial adaption of 1.1.7 (2018)
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
EM percentile statistics : 202505.v01 (Using data in the EMDB archive up until May 2025)
MapQ : 1.9.13
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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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 3.22 A.

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

Metric
Clashscore N

Ramachandran outliers NN
Sidechain outliers I

Worse

Percentile Ranks

[

0 Percentile relative to all structures

[l Percentile relative to all EM structures

Metric Model-Map Fit Percentile Ranks

Q-score [jm

Worse

0 Percentile relative to all EM structures

. 9
T 0.1%
W 3.5%

Better

Value

Value

T 0.096

Better

[l Percentile relative to EM structures of similar resolution

. ‘Whole archive EM structures Similar EM resolution
Metric : . . .
(#Entries) (#Entries) (#Entries, resolution range(A))
Clashscore 229148 23984 -
Ramachandran outliers 224038 23583 -
Sidechain outliers 223484 23102 -
Q-score - 25397 14612 ( 2.72 - 3.72)

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

Mol | Chain | Length Quality of chain
80%
1 0 199 68% 21% 0%
72%
1 9 199 73% 17% 10%
7%
2 1 289 57% 14% 28%
5%
2 2 289 56% 15% . 28%
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Continued from previous page...

Mol | Chain | Length Quality of chain
2 3 289 = 56% 15% 28%
2 y 289 n 57% 14% . 28%
2 v/ 289 - 54% 17% . 28%
3 4 89 71% 28% .
3 ) 89 70% 28% B
3 6 89 70% 28% B
3 7 89 78% 22%
4 260 k 69% 22% 7%
5 A 262 78% 21%
5 AP 262 - 80% 19%
5 AQ 262 = 80% 19%
5 AR 262 73% 21% 5%
5 AS 262 n 72% 22% 5%
5 | ar | o, |* ™= T
5 AU 262 = 75% 19% 5%
5 AV 262 n 76% 16% - 5%
5 AW 262 n 81% 18%
5 AX 262 n 79% 19%
5 AY 262 i 76% 23% B
5 | Az | 22 |® ™ T
) Aa 262 = 73% 26% .
5} B 262 = 76% 23% .
5 C 262 n 78% 21%
5 | P 262 | ™ 2% -
50 | o, |P ™ E—

Continued on next page...

EMD-39790, 8Z60




Page 4

wwPDB EM Validation Summary Report

Continued from previous page...

Mol | Chain | Length Quality of chain

) R 262 n 81% 18%

5 S 262 - 73% 27%

) T 262 = 68% 30%

5 0 U | e |® ™ T

5 0 v | o2 |® ™ ™

50w | e |® ™ ™

) X 262 n 79% 20%

) Y 262 n 80% 18%

) 7 262 = 84% 14%

) 262 i 79% 20%

6 Al 437 - 80% 18%
35%

6 A2 437 80% 19%
36%

6 A3 437 78% 20%

6 Ab 437 = 81% 17%

6 Ac 437 == 77% 22%

6 Ad 437 == 79% 19%

6 Ae 437 —_— 82% 16%

6 Af 437 == 78% 21%

6 Ag 437 = 80% 19%

6 Ah 437 = 83% 16%

6 Ai 437 = 80% 19%

6 Aj 437 —_— 79% 19%

6 Ak 437 = 79% 19%

6 Al 437 = 82% 17%

6 Am 437 — 84% 14%

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

Mol | Chain | Length Quality of chain
6 An 437 —_— 81% 17% -
6 Ao 437 = 81% 17% -
6 Ap 437 == 78% 19% B
6 Aq 437 —_— 80% 18% B
6 Ar 437 - 81% 17% .
6 As 437 = 81% 16% .
6 At 437 — 80% 18% .
6 Au 437 - 81% 16% -
6 Av 437 - 77% 20% B
6 Aw 437 - 81% 17% .
6 Ax 437 - 81% 18% .
22% )
6 Ay 437 76% 22% .
27% ]
6 Az 437 81% 6% -
6 D 437 == 82% 17% -
6 E 437 - 84% 15% .
6 F 437 = 84% 15% .
6 G 437 = 83% 16%
6 H 437 = 84% 15% .
6 I 437 = 82% 16% -
6 J 437 = 84% 15% .
6 K 437 = 81% 18%
6 L 437 = 81% 16% -
6 M 437 = 82% 16% -
6 N 437 = 85% 14% .
6 O 437 = 84% 14%

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

Mol | Chain | Length Quality of chain
7 | an | ss0 | % T
7 | AB | ss0 % o
7 AC 580 e 97%
7 | AD | ss0 | T
7 AE 580 i. 97%
7 | AF | 580 b T
7 AG 580 n 98%
7 AH 580 w 98%
7 Al 580 ~ 98%
7| A1 | om0 | T
7 AK 580 . 96%
7 AL 580 5% 94%
7 AM 580 5% 94%
7 AN 580 5% 94%
7 AO 580 = 94%
7 D1 580 22% 74%
7 D2 580 b 21% 74%
7 D3 580 i 21% 74%
7 D4 580 i 21% 74%
7 D5 580 i 21% 74%
7 Dz 580 22% 74%
7 El 580 22% 74%
7 E2 580 21% 74%
7 E3 580 21% 5% 74%
7 EA4 580 22% 74%

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

Mol | Chain | Length Quality of chain
7 E5 580 22% 74%
7 | B¢ | s0 |um =
7 EH 580 A 22% 74%
7 EI 580 i 22% 74%
7 EJ 580 21% 74%
7 EK 580 21% 74%
7 EL 580 21% 74%
7 EM 580 21% 74%
7 EN 580 22% 74%
7 EO 580 22% 74%
7 EP 580 22% 74%
7 EQ 580 22% 74%
7 | BR | 80 |™um -
7 | BS | 0 |™um .
7 ET 580 A 22% 74%
7 EU 580 i 22% 74%
7 EV 580 22% 74%
7 EW 580 i 22% 74%
7 EX 580 % 1% . 80%
7 EY 580 9% 9% 80%

7 EZ 580 1% 1% - 80%
7 | Ea | 580 | =
7 Eb 580 % 1% - 80%
7 Ec 580 % 5% . 81%
7 Ed 580 % 6% . 80%

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

Mol | Chain | Length Quality of chain
7 Ee 580 IT 6% - 80%
7 Ef 580 % 7% - 80%
7 Eg 580 1% 5% 84%
7 Eh 580 0% 7% - 82%
7 | B | 580 | ™
7 Ej 580 0% 7% - 82%
7 Ek 580 9% 6% 85%
7 El 580 0% 5% - 84%
7 Em 580 9% 6% - 84%
7 En 580 i? 6% 85%
7 Eo 580 iw 6% 84%
7 | FBp 530 | M =
7 | Eq 530 | M= =
7| B | om0 |Fmme =
7 | Es | 580 | e ™
7 | Bt | 580 |®me ™
7 Fu 580 b 22% 74%
7 Ev 580 i 21% 74%
7 Ew 580 i 22% 74%
7 Ex 580 i 21% 5% 74%
7 Ey 580 22% 74%
7 Ez 580 22% 74%
4%
8 b 131 69% 4% . 1%
7%
8 c 131 63% 18% 18%
8%
8 d 131 69% 15% 17%

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

Mol | Chain | Length Quality of chain
8 e 131 - 66% 15% 18%
11%
8 f 131 67% 15% 18%
7%
9 g 137 79% 16% 5%
9 h 137 72% 23% 5%
9 i 137 n 64% 27% SUS%
9 j 137 - 81% 13% - 5%
9 k 137 n 75% 20% %
9 1 137 - 74% 20% 5%
10 m 249 & 77% 22%
10 n 249 = 69% 29% .
10 ) 249 - 79% 20% .
10%
10 p 249 r— 80% 20%
10 q 249 —_— 76% 24%
11 r 103 = 54% 15% 30%
11 S 103 - 67% 10% 22%
11 t 103 == 60% 17% 22%
11 u 103 - 57% 13% 30%
11 4 103 = 56% 14% 30%
11 W 103 i 29% 10% 61%
12 X 376 % 5% 81%
13 A8 377 - 73% 20% “T%
13 B1 377 = 73% 20% “T%
13 B6 377 - 72% 21% “T%
13 | B7 | s |° 0 T
13 BC 377 A 73% 20% “T%

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

Mol | Chain | Length Quality of chain
13 BH 377 = 73% 20% “T%
13 BM 377 = 74% 19% “T%
13 BR 377 = 73% 20% 7%
13 BW 377 = 73% 20% 7%
13 Bb 377 - 72% 21% “T%
13 Bg 377 n 71% 22% “T%
13 Bl 377 - 72% 21% “T%
13 Bq 377 - 73% 20% “T%
13 Bv 377 - 73% 20% “T%
13 C3 377 - 73% 20% “T%
13 C8 377 = 73% 20% “T%
13 CB 377 n 73% 20% “T%
13 | ¢ | s |™ = —
13| co | s |™ ™ o
13 CT 377 = 72% 21% 7%
13 CY 377 = 73% 20% 7%
13 Cd 377 = 73% 20% “T%
13 Ci 377 - 72% 21% “T%
13 Cn 377 n 72% 21% “T%
13 Cs 377 - 72% 21% “T%
13 Cx 377 - 73% 20% “T%
14 A4 259 = 69% 7% 15%
14 A9 259 n 69% 6% 15%
14 B2 259 - 70% 15% 15%
14 | BS | 259 |"® = S————

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

Mol | Chain | Length Quality of chain

14 BD 259 - 69% 6% 15%
14 BI 259 - 70% 15%  15%
14 BN 259 - 69% 6% 15%
14 BS 259 - 69% 7% 15%
14 BX 259 - 69% 6%  15%
14 Be 259 = 70% 15%  15%
14 Bh 259 = 70% 15%  15%
14 Bm 259 - 69% 6%  15%
14 Br 259 - 69% 6% 15%
14 Bw 259 - 70% 15% 15%
14 C4 259 - 70% 15%  15%
14 C9 259 - 69% 6% 15%
14 | CC 259 | ™ T S
14| K | 29 | ™ = S————
14 CPp 259 - 69% 6%  15%
14 CU 259 - 70% 15%  15%
14 CZ 259 - 69% 6%  15%
14 Ce 259 - 69% 6%  15%
14 Cj 259 = 70% 15%  15%
14 Co 259 = 70% 15%  15%
14 Ct 259 - 70% 15%  15%
14 Cy 259 - 70% 15% 15%
15 A0 143 "% .- 92%

15 A5 143 % .- 92%

15 | B3 143 | 5%

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

Mol | Chain | Length Quality of chain
15 | B9 143 | 5% 555
15 | BE 143 | =
15 BJ 143 IW .. 92%
15 | BO 143 | Y —
15 | BT 143 | e 535
15 | BY 143 | =% 55%
15 | Bd 143 | =% 555
15 Bi 143 | 55%
15 | Bn 143 | 555
15 Bs 143 | 555
15 | Bx 143 | = 555
15 Co 143 | 555
15 | C5 143 | =0 555
15 | CD 143 | . 555
15 | oL 143 | Y o
15 | CQ 143 | =
5 | v | 13 | o
15 | Ca 143 | =% 55%
15 Cf 143 | =% 555
15 | Ck 143 | =% 55%
15 | Cp 143 | 55%
15 | Cu 143 | 555
15 | 143 | oo
31%
16 A6 13 92% 8%
31%
16 BO 13 92% 8%

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

Mol | Chain | Length Quality of chain
23%
I —
16 B4 13 92% 8%
38%
T —
16 BA 13 92% 8%
5%
16 | BF 13 | 535 5
8%
16 BK 13 — 92% 8%
5%
16 BP 13 — 92% 8%
23%
T —
16 BU 13 92% 8%
31%
T —
16 BZ 13 92% 8%
38%
.
16 Be 13 2% 8%
31%
. e
16 Bj 13 92% 8%
8%
16 Bo 13 r— 92% 8%
15%
16 Bt 13 — 92% 8%
23%
I
16 By 13 92% 8%
5%
16 C1 13 — 92% 8%
23%
I —
16 C6 13 92% 8%
38%
T ————
16 CE 13 92% 8%
23%
I ——
16 CH 13 92% 8%
5%
16 CM 13 — 92% 8%
8%
16 CR 13 92% 8%
15%
16 CW 13 92% 8%
23%
.
16 Cb 13 92% 8%
31%
.
16 Cg 13 92% 8%
38%
.
16 Cl 13 92% 8%
31%
.
16 Cq 13 92% 8%
8%
16 Cv 13 r— 92% 8%
76%
] ——
16 DO 13 46% 46% 8%

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

Mol | Chain | Length Quality of chain
17 AT 363 . 67% 2% 2%
17 | B | 363 | = S——
17 BB 363 i 67% 2% 2%
17 BG 363 i 67% 2% 2%
17 BL 363 n 67% 2% 2%
17 BQ 363 i 67% 2% 2%
17 BV 363 i 66% 2% 20%
17 Ba 363 k 66% 2% 2%
17 Bf 363 = 66% 2% 2%
17 Bk 363 i 67% 2% 2%
17 Bp 363 n 66% 2% 2%
17 Bu 363 n 66% 2% 2%
17 | Bz | 363 | = S———
17 | o2 | 363 |® = Se——
17 C7 363 A 67% 2% 2%
17 CA 363 i 66% 2% 20%
17 CF 363 b 66% 3% 21%
17 CI 363 i 67% 2% 2%
17 CN 363 i 66% 3% 2%
17 CS 363 = 65% 3% 2%
17 CcX 363 i 66% 13% 2%
17 Cc 363 i 66% 3% 2%
17 Ch 363 i 66% 2% 2%
17 Cm 363 = 66% 2% 2%
17 Cr 363 A 66% 2% 2%
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Continued from previous page...

Mol | Chain | Length Quality of chain
17 Cw 363 = 66% 3% 2%
18 | G | 203 |™ ™ ——
18 DA 293 A 71% 21% %
18 DD 293 n 73% 18% Ce%
18 DE 293 i 71% 20% e%
18 DH 293 n 73% 18% e%
18 DI 293 n 71% 20% e%
18 DL 293 n 74% 18% e%
18 DM 293 71% 20% e%
18 DP 293 - 73% 18% e%
18 DQ 293 i 70% 22% 8%
18 DT 293 - 73% 18% P T
18 | pu | 203 |"® = T
18 | DX | 203 | ™ S
18 DY 293 71% 20% Ce%
18 Db 293 - 74% 17% - 8%
18 Dc 293 b 71% 21% Te%
18 Df 293 - 74% 17% - 8%
18 Dg 293 n 70% 21% 8%
18 Dj 293 i 73% 18% 8%
18 Dk 293 i 72% 20% P T
18 Dn 293 = 74% 17% - 8%
18 Do 293 i 71% 20% Te%
18 Dr 293 - 73% 18% . 8%
18 | Ds | 203 | ™= —

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

Mol | Chain | Length Quality of chain
18 Dv 293 k 74% 17% a7
18 Dw 293 k 71% 20% a7
19 DB 211 . 63% 21% s
6%
19 DC 211 e 71% 13% . 1s%
6%
19 | DF o011 | . e ————
19 | DG 211 | ™ m— un T
7%
19 DJ 211 | — e 7
19 | DK 211 | ™ oo e e
6%
19 | DN o011 | T T 7
19 | DO 211 | ™= % S e
8%
19 | DR 211 | o 21% —
5%
19 DS i 5% ————
5%
19 | DV 211 | o S ————
5%
19 | DW 211 | oo o —————
19 DZ 211 . 63% 21% T
19 Da 211 | = e T ————
6%
19 Dd 011 | % e ————
6%
19 De 211 — 70% 14% o Iy
6%
19 Dh 2 . 21% —
19 Di 211 | ™ oo 7 St
19 DI 211 | ™= T e ——————
5%
19 | Dm 211 | = oo St
5%
19 | Dp 211 | 7 T
5%
19 | Dq 211 | ™ So T ——
5%
19 Dt o011 | T S —————

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

Mol | Chain | Length Quality of chain
19 Du 211 = 69% 15% .15
19 | Dx 211 | =7 T —
19 Dy 211 = 70% 14% . 15%
62%
e —
20 D6 13 38% 38% 15% 8%
31%
I ———
20 D7 13 15% 54% 31%
31%
..
20 D8 13 38% 38% 23%
38%
]
20 D9 13 38% 31% 8% 23%
24%
T —
21 EA 17 88% 12%
24%
e
21 EB 17 82% 18%
24%
e
21 EC 17 88% 12%
7%
.
21 ED 17 94% 6%
71%
e
21 EE 17 88% 12%
65%
P —
21 EF 17 94% 6%




Page 18

wwPDB EM Validation Summary Report

2 Entry composition (i)

There are 23 unique types of molecules in this entry. The entry contains 555596 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 LRR.

Mol | Chain | Residues Atoms AltConf | Trace
1 0 180 ?ggil 8?6 212\’)11 2C5)3 ? 0 0

1 ) 180 Tl‘ggil 8?6 21§1 2C5)3 ? 0 0

e Molecule 2 is a protein called Flagellar biosynthetic protein FliP.

Mol | Chain | Residues Atoms AltConf | Trace
2 1 201 rfgg;l 1(%5 2123 2(;2 189 0 0

2 2 208 ?28381 1(%0 2124 2;)5 189 0 0

2 3 208 1;(()58&81 1(%0 214\1]4 2;)5 189 0 0

2 Y 208 ?ggasl 10060 2124 2;)5 189 0 0

2 ’ 208 ?Zg;l 1(%0 2124 225 189 0 0

There are 10 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
1 26 SER THR conflict UNP AOAITWG6TTEG6
1 204 ASP GLU conflict UNP AOATWG6TTEG6
2 26 SER THR conflict UNP AOA1TWG6TTEG6
2 204 ASP GLU conflict UNP AOA1IWG6TTEG6
3 26 SER THR conflict UNP AOA1IWG6TTEG6
3 204 ASP GLU conflict UNP AOA1IWG6TTEG6
y 26 SER THR conflict UNP AOA1IWG6TTEG6
y 204 ASP GLU conflict UNP AOAITWG6TTEG6
Z 26 SER THR conflict UNP AOAITWG6TTEG6
z 204 ASP GLU conflict UNP AOA1IW6TTEG6

e Molecule 3 is a protein called Flagellar biosynthetic protein FliQ).

O RLDWIDE
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Mol | Chain | Residues Atoms AltConf | Trace
3 4 89 T7O2t;1 4;39 11(\)17 1(1)7 g 0 0
3 g 89 T7O2t;1 4;19 118]7 1(1)7 S 0 0
3 0 89 T702t;CLl 4?9 11(\)17 1C1)7 S 0 0
3 7 89 T702t§Ll 4?9 11(\)17 1(1)7 S 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
4 34 ILE VAL conflict UNP AOAOHOYAF4
5 34 ILE VAL conflict UNP AOAOHOYAF4
6 34 ILE VAL conflict UNP AOAOHOYAF4
7 34 ILE VAL conflict UNP AOAOHOYAF4

e Molecule 4 is a protein called Flagellar biosynthetic protein FliR.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
4 8 242 1896 1265 295 315 21 0 0

e Molecule 5 is a protein called Flagellar basal-body rod protein FlgG.

Mol | Chain | Residues Atoms AltConf | Trace
g A 262 rfggz‘l 1 2(5)8 31?\}4 4(85 S 0 0
g AP 262 ?8?61 1 2%8 31?\}4 485 S 0 0
g AQ 262 ?8?61 1 2%8 31§4 485 S 0 0
g AR 248 ?gf’)aé%l 1 1C5 1 31117 3;)2 g 0 0
g AS 248 ?gg;l 1 1C5 1 311]7 3(832 2 0 0
g AT 249 ??6?31 1 1C56 311]8 3(833 S 0 0
g AU 248 ?ggzl 1 1C5 1 311]7 322 2 0 0
g AV 248 ?ggzl 1 1C5 1 311]7 3(8)2 2 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
5| AW 262 f‘;g%l 12%8 31§4 485 S 0 0
5| AX 262 ?gg?sl 120()8 31§4 485 S 0 0
I 262 TSEZI 12%8 31;4 485 S 0 0
5 | AZ 262 TSEZI 12%8 31;4 4(55 S 0 0
5 | Aa 262 33?%1 12008 31;4 485 S 0 0
g B 262 ?gg%l 12C()8 31;4 4(0)5 S 0 0
g ¢ 262 ?3?31 12C()8 31?\34 4(85 S 0 0
g P 262 ?gt;sl 12%8 31;4 4(85 S 0 0
ol Q 262 33221 12%8 31?\34 4(85 S 0 0
g R 262 ?gt;sl 12C08 31;4 4(85 S 0 0
g 5 262 ?ggél 12008 31374 4(85 S 0 0
g T 262 ?g;l 12008 31374 4(35 S 0 0
5 U 262 ?gg%l 12C()8 31374 4(35 S 0 0
I 262 ?gg%l 1§)8 313?4 485 S 0 0
5 W 262 ?gg%l 12%8 3§4 4(85 S 0 0
5o X 262 ?;t;g 12%8 3§4 4(85 3 0 0
5o Y 262 ?9);%1 12%8 3§4 4(85 S 0 0
g z 262 1;82?51 12%8 3§4 4(85 S 0 0
g A 262 qut%l 12%8 324 485 S 0 0

e Molecule 6 is a protein called Flagellar hook protein FlgE.
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Mol | Chain | Residues Atoms AltConf | Trace
0 Al 439 ggiaél 20052 51;5]3 686 2 0 0
0 A2 439 ggiaél 20052 51(\5]3 686 g 0 0
0 A3 439 gggl 20052 51;5]3 686 2 0 0
0 Ab 439 gggl 2(%2 51;5]3 686 2 0 0
0 Ac 439 ?étfél 20052 52]3 686 2 0 0
0 Ad 439 ggtgl 20052 51;3]3 686 2 0 0
0 Ae 439 ggtfgl 2(%2 512513 6(9)6 2 0 0
0 Af 439 rl:’:ggl 2(%2 5123 686 2 0 0
0 Ag 439 ggtfgl 2(%2 51;5]3 686 2 0 0
0 Ab 435 rl:;ggl 20(;32 51(\313 6(9)6 g 0 0
6 | Al 435 1:;;21 2(%2 5123 636 g 0 ¥
6| Al 435 rl:;g%l 2(?52 5123 6(9)6 g 0 0
6 | Ak 435 253331 2(?52 5123 6(9)6 g 0 0
6| Al 435 rggtf;l 2(%2 5123 6(9)6 g 0 0
6 | Am 435 rgggl 20052 5123 6(9)6 2 0 0
0 An 435 ggti)l 20052 5123 6(;6 2 0 0
0 Ao 439 ggtf;l 20052 5123 6(;6 2 0 0
0 Ap 439 ggtfél 2(?52 52]3 686 g 0 0
0 Aq 439 gggl 2oc52 52]3 686 g 0 0
0 Ar 439 53331 20(352 5123 686 g 0 0
0 As 439 gggl 20(352 5123 686 g 0 0
6 | At 439 gggl 2(%2 5123 686 2 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
0 Au 439 ggtfgl 2(?52 51(\;3 6(9)6 2 0
0 Av 439 ggtfél 2(%2 51;5]3 6(9)6 2 0
0 Aw 439 ggtfgl 2(%2 5123 6(9)6 2 0
0 Ax 439 ggtfgl 2(%2 51;5]3 686 g 0
0 Ay 435 ggtfgl 2(%2 51;5]3 686 2 0
0 Az 435 rl:;g%l 2(%2 5123 636 g 0
0 b 435 1:;;391 2(?52 51(\;3 6(9)6 g 0
0 B 435 ggtlzl 2(?52 51(\313 6(9)6 g 0
0 K 435 ggt@l 2(?52 51(?313 6(9)6 g 0
0 G 435 ggtlzl 20052 5123 6(9)6 g 0
0 H 435 ggizl 20052 5123 6(9)6 2 0
0 ! 435 ggi?)l 20052 51(213 6(;6 2 0
0 J 435 gSthl 20052 51(\313 6(;6 g 0
0 Kk 435 ggi?f 20C52 5213 686 g 0
0 L 435 ggi? 20052 5123 686 2 0
0 M 435 ggizl 20052 5123 686 2 0
0 N 435 g?ﬁ 2(%2 5123 686 2 0
0 O 435 13:;%1 2(%2 5123 6(9)6 2 0

There are 40 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
Al 335 MET LEU conflict UNP AOAOHOYATS
A2 335 MET LEU conflict UNP AOAOHOYATS
A3 335 MET LEU conflict UNP AOAOHOYAT7S

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

Chain | Residue | Modelled | Actual | Comment Reference

Ab 335 MET LEU conflict UNP AOAOHOYATS
Ac 335 MET LEU conflict UNP AOAOHOYATS
Ad 335 MET LEU conflict UNP AOAOHOYATS
Ae 335 MET LEU conflict UNP AOAOHOYATS
Af 335 MET LEU conflict UNP AOAOHOYATS
Ag 335 MET LEU conflict UNP AOAOHOYAT78
Ah 335 MET LEU conflict UNP AOAOHOYATS
Ai 335 MET LEU conflict UNP AOAOHOYATS
Aj 335 MET LEU conflict UNP AOAOHOYATS
Ak 335 MET LEU conflict UNP AOAOHOYATS
Al 335 MET LEU conflict UNP AOAOHOYATS
Am 335 MET LEU conflict UNP AOAOHOYATS
An 335 MET LEU conflict UNP AOAOHOYAT7S
Ao 335 MET LEU conflict UNP AOAOHOYATS
Ap 335 MET LEU conflict UNP AOAOHOYAT78
Aq 335 MET LEU conflict UNP AOAOHOYAT78
Ar 335 MET LEU conflict UNP AOAOHOYATS
As 335 MET LEU conflict UNP AOAOHOYATS
At 335 MET LEU conflict UNP AOAOHOYATS
Au 335 MET LEU conflict UNP AOAOHOYATS
Av 335 MET LEU conflict UNP AOAOHOYATS
Aw 335 MET LEU conflict UNP AOAOHOYATS
Ax 335 MET LEU conflict UNP AOAOHOYATS
Ay 335 MET LEU conflict UNP AOAOHOYATS
Az 335 MET LEU conflict UNP AOAOHOYATS
D 335 MET LEU conflict UNP AOAOHOYATS
E 335 MET LEU conflict UNP AOAOHOYATS
F 335 MET LEU conflict UNP AOAOHOYATS
G 335 MET LEU conflict UNP AOAOHOYATS
H 335 MET LEU conflict UNP AOAOHOYATS
I 335 MET LEU conflict UNP AOAOHOYATS
J 335 MET LEU conflict UNP AOAOHOYATS
K 335 MET LEU conflict UNP AOAOHOYATS
L 335 MET LEU conflict UNP AOAOHOYATS
M 335 MET LEU conflict UNP AOAOHOYATS
N 335 MET LEU conflict UNP AOAOHOYATS
O 335 MET LEU conflict UNP AOAOHOYATS

e Molecule 7 is a protein called Flagellar M-ring protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
7| AA 19 135 82 23 20 1 0 0

(2)
v
E
&

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

Mol | Chain | Residues Atoms AltConf | Trace
[ v | WONDT [ o [
IEERE I R
ADERR- Y K
e | ENOY [ |
AERE I HIEEE
7 | AG 11 T%al f6 i\; 1(31 0 0
7 | AH 11 T%al ié i\; 1(21 0 0
7 Al 11 T%al ié i\; 1(21 0 0
AN F Y HIERE
T AK 25 T10£1 1(54 ;\19 305 ? 0 0
AR TV HERE
ACIENE T HERE
AIENE Y HERE
AR TV IERE
’ bz 148 ?Tt??l 7?9 211]5 2(3?5 g 0 0
’ b1 148 ?itgl 7?9 2T5 2(3?5 g 0 0
7 b2 148 ?(it?il 7?9 21115 2(3?5 g 0 0
7 b3 148 111;;?1 7(139 21115 2(3?5 g 0 0
7 b4 148 ?(i;il 7(139 21;]5 2(3?5 2 0 0
7 b5 148 ?it?ail 7(1]9 21;]5 225 2 0 0
7 EG 148 ?igail 7(119 21115 2(??5 g 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
7 EH 148 Tl‘(it;il 7(119 21115 2(?35 2 0 0
7 kil 148 Tl‘(it;il 7C139 21115 2(?35 g 0 0
7 £ 148 rﬁt??l 7C139 21115 2(?35 2 0 0
7 ER 148 r{(l)t;il 7?9 21115 2%)5 2 0 0
7 EL 148 r‘lr(it;il 7?9 21115 2(?35 2 0 0
7 EM 148 ’f(it;il 7(‘;9 21115 2(??5 g 0 0
7 EN 148 ilr(igil 7(139 21115 2(??5 g 0 0
7 EO 148 ?it%l 7(139 21115 2(3)5 g 0 0
7 kP 148 ?i;?l 7?9 21115 225 g 0 0
7 EQ 148 qu(it??l 7(139 21115 225 g 0 0
7 ER 148 111(1)JC7E1l 7(139 21115 2(?35 g 0 0
7 ES 148 111(1)JG7ETLLl 7(139 21115 2(??5 g 0 0
7 ET 148 1113)167?{1 7(1]9 21115 2(??5 g 0 0
7 EU 148 111(1)167?l 7(139 211]5 2(??5 g 0 0
7 BV 148 111(1)167?1 7?9 211]5 2(??5 g 0 0
7 EW 148 111?67?1 7?9 QTE) 2(??5 g 0 0
7 EX 1 1;%0; il 5533 1125 1(6?9 481 0 0
7 EY 1 1;%08t fl 523 11;5]5 1(6?9 ASL 0 0
7 EZ 14 208t fl 5(433 11;5]5 1((?9 ASL 0 0
T Ea 14 1;308? 1 523 11;5]5 129 ASL 0 0
7 Eb 14 T808t f“l 55133 11;5]5 1((?9 LSL 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
7 Fe 109 Tsozstgl 5?5 1127 1((33 481 0 0
7 Ed 14 Tsostf l 523 11(315 1(39 ASL 0 0
7 Fe 14 Tsostf l 523 11(\515 1((39 481 0 0
7 Ef 14 T808t1a l 523 11(315 1%)9 zSL 0 0
7 ke o4 T702tziL l 426 11;]5 120 2 0 0
7| Eh 103 gog:?l 436 1?3 1(5)1 g 0 0
[ 103 Téot)t:?l 436 1?3 1(;1 g 0 0
[ 103 Tsogg l 4(936 113\3]3 1?1 g 0 0
7| Ek 85 T606tg l 4%5 11;5 1C2)7 2 0 0
| H 92 T;)()tjl 4§2 11:;]2 127 2 0 0
7| Em o1 T609t56L l 4(;7 11:;]1 124 2 0 0
7 En 89 TesogtzL l 4(2}0 11;]9 122 2 0 0
T ko 92 T;)(fjl 4(332 11;]2 1(3?7 2 0 0
’ Ep L 1;308? l 523 1125 1(6?9 zSL 0 0
’ Eq L 1;308? 1 533 1125 1(6)9 zSL 0 0
’ Fr 1 1;308? 1 533 11(\3]5 1(6)9 zSL 0 0
7 Es 105 1;%0(;;1 434 1127 1(537 i 0 0
[ 1 T;BO;? 1 533 11;5]5 1((?9 i 0 0
7 Eu 148 ?it??l 7(139 21;]5 2(3?5 2 0 0
7 Ev 148 ?i;ail 7(1]9 21;]5 225 2 0 0
7 Ew 148 ??t?ail 7(119 21115 2(?35 g 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
’ Ex 148 ﬁt??l 7?9 21115 2(?35 2 0 0
! £y 118 ﬁt??l 7(139 21115 2(??5 2 0 0
! kz 118 ?it;il 7(139 21115 2(??5 2 0 0
7 kl 148 r{(it;il 7?9 21115 2(??5 2 0 0
7 k2 148 r‘1F(1)t7?l 7?9 21115 2(?35 2 0 0
7 k3 148 ilr(l)gil 7?9 21115 2(?25 3 0 0
7 k4 148 ilr(l)gil 7(1}9 21115 2(?35 g 0 0
7 E5 148 ?(1);?1 7(139 21115 2(3)5 2 0 0

e Molecule 8 is a protein called Flagellar basal body rod protein FlgB.

Mol | Chain | Residues Atoms AltConf | Trace
8 b 109 goéltg l 523 11;5 1((?6 ? 0 0
i ¢ 107 T803t5a l 5?8 1123 1%)3 ? 0 0
8 | d 09|08 s 15 a6 1 ¥ ¥
] 05| 0T s 154 6 1 0 ;
8| 1 05| 0T s 154 6 1 0 0

e Molecule 9 is a protein called Flagellar basal-body rod protein FlgC.

Mol | Chain | Residues Atoms AltConf | Trace

) i 130 BO;?? l 6%5 11(\5]8 2(33 ? 0 0

9 h 130 TS;O; ; l 6%5 11(\318 2(33 ? 0 0

) i 130 TS;OE%t ; l 6%5 11(\318 2(83 S ¥ 0
Total C N O S

) ] 130 983 605 168 203 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
I k 130 983 605 168 203 7 0 0
Total C N O S
I 1 130 983 605 168 203 7 0 0

e Molecule 10 is a protein called Flagellar basal-body rod protein FlgF.

Mol | Chain | Residues Atoms AltConf | Trace
10 o 248 ?gt?aél 11C56 31§8 3(7)3 182 0 0
10 . 248 ?g%l 11C56 31§8 3(7)3 182 0 0
10 © 248 ?g%l 11056 31§8 3(7)3 182 0 0
10 b 248 ?g%l 11C56 31§8 3(7)3 182 0 0
10 4 248 ?g%l 11C56 31§8 3(7)3 1S2 0 0

e Molecule 11 is a protein called Flagellar hook-basal body complex protein FIE.

Mol | Chain | Residues Atoms AltConf | Trace
1 g & 1;0531 35135 El)\g) 1(1)3 2 0 0
1 i 80 T60(§56L 1 3?2 11(\)18 1C2)2 2 0 0
1 ¢ 80 T(;O(:; 1 3?2 11(\)18 1C2)2 2 0 0
1 b 72 T5O6t8Ll 325 9N9 1(1)3 2 0 0
1 v 72 T506t8Ll 335 é\; 1C1)3 2 0 0
I K

There are 6 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
r 3 VAL ILE conflict UNP A0OAOHOY9C1
S 3 VAL ILE conflict UNP AOAOHOY9C1
t 3 VAL ILE conflict UNP AOAOHOYO9C1
u 3 VAL ILE conflict UNP AOAOHOY9C1

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

Chain | Residue | Modelled | Actual | Comment Reference
v 3 VAL ILE conflict UNP A0AOHOY9C1
W 3 VAL ILE conflict UNP A0AOHOY9C1

e Molecule 12 is a protein called Flagellar biosynthetic protein FIhB.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
12 x & 552 370 83 95 4 0 0

There is a discrepancy between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
X 7 THR SER conflict UNP A0AOHOYB55

e Molecule 13 is a protein called Flagella basal-body protein.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
13 B7 352 2774 1735 483 544 12 0 0

Total C N O S
13 CB 352 2774 1735 483 544 12 0 0

Total C N O S
13 CJ 352 2774 1735 483 544 12 0 0

Total C N O S
13 A8 352 2774 1735 483 544 12 0 0

Total C N O S
13 Co 352 2774 1735 483 544 12 0 0

Total C N O S
13 CT 352 2774 1735 483 544 12 0 0

Total C N O S
13 CY 352 2774 1735 483 544 12 0 0

Total C N O S
13 Cd 352 9774 1735 483 544 12 0 0

. Total C N O S
13« 352 9774 1735 483 544 12 0 0

Total C N O S
131 Cn 352 9774 1735 483 544 12 0 0

Total C N O S
131 Cs 352 9774 1735 483 544 12 0 0

Total C N O S
13 Cx 352 9774 1735 483 544 12 0 0

Continued on next page...




Page 30

wwPDB EM Validation Summary Report

EMD-39790, 8260

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
13 3 352 g(;t;jll 17%5 412\3]3 524 1S2 0 0
13 C8 352 g(;t;il 17%5 415\313 524 1S2 0 0
13 Bl 352 g(;t;jll 17(?35 42]3 524 1S2 0 0
13 B6 352 rg(;t;ll 17(;35 415\513 551)4 1S2 0 0
13 BC 352 rg(;t;;ll 17(;35 42]3 551)4 1S2 0 0
13 BH 352 ’g(;t;ll 17035 4?3 551)4 1S2 0 0
13 BM 352 ’g(;t;ll 17C?>5 4?3 524 1S2 0 0
13 BR 352 g(;t;ll 17%)5 4213 524 182 0 0
13 BW 352 g?t;ll 17%5 415:13 5(24 1S2 0 0
13 Bb 352 ggt;ll 17C35 415\§I3 5(24 1S2 0 0
131 Be 502 g(;t;il 17035 423 5(24 182 ¥ 0
13 Bl 352 rg(;t;ll 17C35 423 5(24 182 0 0
131 Ba 302 g(;t?? 17035 423 5(24 182 0 0
131 By 352 g??f 1%5 42]3 524 182 0 0

e Molecule 14 is a protein called FlgH.

Mol | Chain | Residues Atoms AltConf | Trace
14 B8 221 ?Z%l 1(%8 215\58 3(29 g 0 0
14 cC 221 1112%1 1(%8 21E\§I8 3(29 2 0 0
14 Al 221 111((;0721 1(%8 215\;8 3(29 g 0 0
14 A9 221 1112%1 1(%8 21§8 3(29 g 0 0
14 CK 221 111267?31 1(()2%8 2?8 3(29 g 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
4| CP 221 ?ggasl 1(%8 21;8 329 g 0 0
4 CU 221 ?ggagl 1(%8 215\518 329 g 0 0
14 Cz 221 ?ggasl 1(%8 215\518 329 g 0 0
14| Ce 221 ?Zt?asl 1(%8 215\518 351)9 g 0 0
G 221 ?g;asl 1OC38 228 351)9 g 0 0
14 Co 221 ?g;asl 1(?38 228 351)9 g 0 0
4] Ct 221 ?22381 1OC38 228 329 g 0 0
4 Gy 221 ?Zt?asl 1(%8 228 329 g 0 0
4 221 ?ggasl 1(%8 215\58 3(29 g 0 0
4 0 221 ?2%1 1(%8 215\58 3(29 g 0 0
14 B2 221 ?g;asl 1(%8 215\58 3(29 g 0 0
14| BD 221 ??7&81 1(%8 228 3(29 g 0 0
14| B 221 ?ggasl 1(%8 2218 3(29 g 0 0
14| BN 221 ?gt?asl 1(%8 2218 351)9 g 0 0
4| BS 221 ?gt?asl 1(%8 215\318 329 g 0 0
14 BX 221 ?gt?asl 1(%8 215\3]8 329 2 0 0
14 Be 221 ?2’%1 1(%8 212\;8 329 2 0 0
14| Bh 221 1;2;&81 1(%8 212\;8 329 2 0 0
14| Bm 221 ql?(égasl 10(?%8 212\318 329 g 0 0
14 Br 221 ?gt?asl 10(?%8 216\318 329 g 0 0
14| Bw 221 ?gt?asl 10(?38 212\318 329 g 0 0
gPrDE
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e Molecule 15 is a protein called Flagellar assembly lipoprotein FlgP.

Mol | Chain | Residues Atoms AltConf | Trace
15 | B9 1 Tgtfl 601 g % 0 0
15 | €D 11 Tg;al 601 53 1% 0 0
15 | A0 11 Tg;al 661 i\; 108 0 0
15 | A5 11 Tg;al 6(’1 i\; 108 0 0
15 | CL 11 Tg;al éjl 11\; 1% 0 0
15 | cQ 11 Tg;al (g1 i\; 1% 0 0
15 | CV 11 Tg;al 601 g 1% 0 0
15 | Ca 11 Tgt;ﬂ (?1 i\; 1% 0 0
15 | Cf 1 Tg;al 6?1 i\; 83 0 0
15 | Ck 11 Tg;al 6?1 g % 0 0
15 | Cp 11 Tg;al (?1 i\; 1(; 0 0
15 | Cu 11 Tg;al (?1 i\; 1(; 0 0
15 | Cz 11 Tg;al (?1 i\; % 0 0
15 | C5 11 Tg;al (?1 i\; % 0 0
15 | Co 11 Tg;al 51 E; 1% 0 0
15 | B3 11 ngal 601 i\; 1% 0 0
15 | BE 11 Tg;al 6% E; 1% 0 0
15 | BJ 1 Tgt;’“l 601 Eg 1% 0 0
15 | BO 1 Tg;al 601 i\; 1% 0 0
15 | BT 11 Tgt;ﬂ 601 i\; 1(; 0 0
15 | BY 11 Tg;al 601 i\; % 0 0

WO RLDWIDE

PROTEIN DATA BANK

Continued on next page...



Page 33

wwPDB EM Validation Summary Report

EMD-39790, 8260

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
15 | Bd 1 Tg;al 6(’1 g % 0 0
15 | B 1 Tg;al 6% g % 0 0
15 | Bn 11 T‘gjt;‘l 601 11\; g 0 0
15 | Bs 11 T‘g)tfl 601 11\; % 0 0
15 | Bx 1 ngal 601 i\; 108 0 0
e Molecule 16 is a protein called FlgH.

Mol | Chain | Residues Atoms AltConf | Trace
16 | BO 13 T‘égal 309 g g 0 0
16 | CE 13 ngal 309 g g 0 0
16 | cH 13 T‘égal 3% g g 0 0
16 | A6 13 T‘égal ??9 g g 0 0
16 | CM 13 T‘égal g) g g 0 0
16 | CR 13 ngal 3% i\; 1% 0 0
16 | CW 13 ngal 3% E) 1% 0 0
16 | Cb 13 Tgt;‘l ?f; i\; 1% 0 0
16 | Cg 13 Tgt;‘l ?g i\; 1% 0 0
16 Cl 13 Tgt;‘l :% i\; 1% 0 0
16 | Cq 13 Tgt;‘l ?S@ i\; 1(;, 0 0
16 | Cv 13 Tgt;‘l ?% E) 1% 0 0
16 | C1 13 ngal ?S@) E) g 0 0
16 | C6 13 ngal ?fq i\; 1% 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace

16 | B4 13 ngal 309 g g 0 0

16 | BA 13 ngal 3% g g 0 0

16 | BF 13 T‘ég‘“ ?f; g g 0 0

16 | BK 13 T‘égal 59 g g 0 0

16 | BP 13 ngal ??9 g 1% 0 0

16 | BU 13 ngal 3% i\; 1% 0 0

16 | BZ 13 ngal 3% i\; 1% 0 0

16 | Be 13 Tgt;‘l ?f; i\; 1% 0 0

16 | B 13 Tgt;‘l ?g i\; 1% 0 0

16 | Bo 13 Tgt;‘l ?S@) i\; 1% 0 0

16 | Bt 13 ngal ?% i\; 1% 0 0

16 | By 13 ngal ?Sq E) 1% 0 0

16 | DO 13 ngal ?Sc) E, g 0 0

e Molecule 17 is a protein called Flgl.

Mol | Chain | Residues Atoms AltConf | Trace
17| ©CA 287 g(ig;l 1:?24 31;11 4(80 g 0 0
1T CF 287 g(ig;l 1??24 31;11 4(80 g 0 0
I« 287 2(1)821 13024 31;11 4(80 ? 0 0
17| AT 287 53831 13C24 31;11 4(80 ? 0 0
7| CN 287 g?ga; 13C24 31;11 4(30 g 0 0
7] 68 287 5(1)831 13(,324 31;11 4(80 2 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
7] X 281 5?831 1:?24 31;11 480 g 0 0
17| Ce 281 5?331 1:?24 31;11 480 g 0 0
7| ch 281 5?831 1??24 31;11 480 g 0 0
7| Cm 281 giga; 1:’?24 31;11 480 g 0 0
I o 281 g(iga; 1:’?24 31;11 4(50 g 0 0
] Cw 287 rg(l)g;l 13024 3?1 480 g 0 0
] o2 287 g(iff%l 13024 31;11 4(80 g 0 0
I o 287 g(iff%l 1:?24 31;11 4(80 g 0 0
I B 287 g(ig;l 1??24 31;11 4(80 g 0 0
7| BB 287 g(ig;l 13024 31;11 4(80 ? 0 0
7| BG 287 2(1)821 13024 31;11 4(80 ? 0 0
7| BL 287 2(1)?)&;1 13C24 31;11 4(30 g 0 0
71 BQ 287 5?831 13024 351 4(80 2 0 0
7| B 287 2(1)8&21 13(,324 31;1 480 ? 0 0
17| Ba 287 5(1)8&21 13024 31;11 4(80 g 0 0
7| B 287 23831 1:?24 31;1 480 3 0 0
17| Bk 287 12‘%5;1 1:?24 31;1 4(30 g 0 0
71 Bp 281 g‘iff;l 1:?24 31;11 4(80 g 0 0
17| Bu 281 12‘%31 1:?24 31;11 480 g 0 0
7| Bz 281 g(igazl 1:?24 31;11 480 S 0 0

e Molecule 18 is a protein called Component of sodium-driven polar flagellar motor.
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Mol | Chain | Residues Atoms AltConf | Trace
18 | CG 270 g(itgagl 1??72 3154 4(1)0 S 0 0
18 | DA 271 g(igaol 1??77 3155 4(1)1 S 0 0
18 | DD 270 g(ig 1??72 3154 4(1)0 S 0 0
18 | DE 271 g(ist)%l 1??77 3155 4(1)1 g 0 0
18 | DH 270 g‘i?&l 1:?72 3154 4(1)0 g 0 0
18 DI 271 g(ist)%l 11?77 315315 4(1)1 g 0 0
18 | DL 270 g(ig 1??72 315314 4(1)0 g 0 0
18| DM 271 g(ig%l 1:’?77 31;5 4(1)1 g 0 0
18| DP 270 rg(ig 13?72 31;4 4(1)0 g 0 0
18 DbQ 271 rg(ig%l 13077 3155 4(1)1 g 0 0
18 DI 270 rg(ig 13072 31;4 4(1)0 g 0 ¥
18 | DU 271 g(ig%l 13077 3155 4(1)1 g 0 0
18 | DX 270 g(itszl 1:?72 3154 4(1)0 g 0 0
18| DY 271 g(ig%l 1??77 3155 4(1)1 g 0 0
18 | Db 270 g(fgl 13072 31;4 4(1)o ? 0 0
18 | De 271 g?g%l 13077 3155 4(1)1 ? 0 0
18 | Dif 270 gi)gl 13C72 3154 4(130 g 0 0
18 | De 271 g?g%l 13?77 31;5 4?1 2 0 0
18 | Dk 271 2(1);%1 1:?77 3155 4(1)1 g 0 0
18 | Dn 270 g(itg?,l 1:?72 3§4 4(1)() g 0 0
18 | Do 271 g(itg%l 1:?77 3155 4?1 g 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
18 Dr 270 gg 1:?72 3154 4(1)0 g 0 0
18 Ds 271 g(i;%l 13C77 3155 4(1)1 g 0 0
18 | Dv 270 g(ig 1??72 31;4 4(1)0 g 0 0
18 | Dw 271 rg(ig%l 1:’?77 31;]5 4(1)1 g 0 0

e Molecule 19 is a protein called Sodium-type flagellar motor component.

Mol | Chain | Residues Atoms AltConf | Trace
19| DB 179 ?Ztgl 927 21;10 2(39 ? 0 0
19| DC 179 ?Ztgl 927 21;10 2((29 ? 0 0
19 DF 179 ?Ztgl 937 21;10 2((39 g 0 0
19| DG 179 TZ??I 927 21;10 2((39 g 0 0
19 DJ 179 ?Zt;il 927 21;10 2((29 ? 0 0
19 DK 179 ?Ztgl 927 21;10 2%)9 g 0 0
19| DN 179 fﬁl 9(;7 21;Io 2(6‘)9 ? 0 0
191 DO 17 ?Zt%l 937 21;Io 2(6)9 ? ¥ 0
19 DR 17 ?Zt%l 9(237 21;Io 2(6)9 ? 0 0
191 DS 17 ?Ztgl 9(237 21;10 2%)9 ? 0 0
19 DV 17 ?Ztgl 937 21;Io 2%)9 ? 0 0
19| DW 17 ?ZE/?I 9(2}7 21;Io 2%)9 § 0 0
19| Dbz 17 ?Ztgl 9(2]7 21;Io 2?59 § 0 0
19| Da 17 ?Zt%l 9(2]7 21;10 229 2 0 0
191 Dd 179 ?Zt%l 9(2]7 21;10 2(6?9 § 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
191 De 17 ?Ztgl 957 21;10 2((39 ? 0 0
19 Dh 179 Tl‘zt;il 9(237 21;1() 2((?9 ? 0 0
19 bi 179 ?Zt;il 9(;7 21;10 2((29 ? 0 0
19 bl 179 r{Zt?all 927 21;10 2((?9 2 0 0
19 Dm 17 ?Zt;il 9(;7 21;10 2(6)9 ? 0 0
19 Dp | 9(;7 0 2(()?9 ? 0 ¥
191 Dq 179 ?Z;af 937 21;Io 2(6)9 ? 0 0
191 D | 9(237 0 2(6)9 ? ¥ ¥
191 Du | 937 0 2(6)9 ? 0 0
19 Dx | 9(2}7 0 2%)9 2 ¥ 0
191 Dy 179 ?Ztgl 9(;7 21;Io 2?59 2 0 0
e Molecule 20 is a protein called FlgB-Dec.

Mol | Chain | Residues Atoms AltConf | Trace
20 | D6 12 Tg;al ?Sl g 102 0 0

20 | D7 9 ngal 2C5 1; (9) 0 0

20 | D8 10 ngal 2% i\é 1% 0 0

20 | D9 10 ngal 2% i\é 1% 0 0

e Molecule 21 is a protein called FliE-helix 1.

Mol | Chain | Residues Atoms AltConf | Trace
21 | EA 17 Tgial 5% i\; 107 0 0

21 | EB 17 Tgial 5% i\; 107 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
21 | EC 17 T‘;Zal ;) i\; ?7 0 0
21 | ED 17 T‘;Zal 5% i\; ?7 0 0
21 | EE 17 T‘;Z‘“ 5% i\; ?7 0 0
21 | EF 17 T‘gfl 5% f; ?7 0 0

EMD-39790, 8260

o Molecule 22 is (18)-2-{[{[(2R)-2,3-DIIYDROXYPROPYL|OXY}(HYDROXY)PHOSP
HORYL|OXY}-1-|(PALMITOYLOXY)METHYL|ETHYL STEARATE (CCD ID: PGT)
(formula: CyoH79O10P) (labeled as "Ligand of Interest" by depositor).

PGT

Mol | Chain | Residues Atoms AltConf
IR THE
IR T
IR T
IR T

e Molecule 23 is (11R,14S)-17-amino-14-hydroxy-8,14-dioxo-9,13,15-trioxa-14lambda 5 -phosp
haheptadecan-11-yl decanoate (CCD ID: XKP) (formula: Cy3HysNOgP) (labeled as "Ligand
of Interest" by depositor).
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XKP
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Mol | Chain | Residues Atoms AltConf
IR
IREEL T
RN S
RN
IR S
$roe
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3 Residue-property plots (i)

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

Property Value Source

EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C100 Depositor
Number of particles used 61395 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) 50 Depositor
Minimum defocus (nm) 1200 Depositor
Maximum defocus (nm) 1800 Depositor
Magnification 105000 Depositor
Image detector FEI FALCON 1V (4k x 4k) Depositor
Maximum map value 1.146 Depositor
Minimum map value -1.007 Depositor
Average map value 0.002 Depositor
Map value standard deviation 0.036 Depositor
Recommended contour level 0.05 Depositor
Map size (A) 744.0, 744.0, 744.0 wwPDB

Map dimensions 620, 620, 620 wwPDB

Map angles (°) 90.0, 90.0, 90.0 wwPDB

Pixel spacing (A) 1.2,1.2,1.2 Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: PGT,

XKP

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

angles).
. Bond lengths Bond angles

Mol | Chain | py/q7 #4|Z| >5 RMSZ 4 Z| >5
1 0 0.10 0/1389 0.27 0/1884
1 9 0.10 0/1389 0.28 0/1884
2 1 0.13 0/1628 0.30 0/2209
2 2 0.16 0/1637 0.33 0/2221
2 3 0.10 0/1637 0.26 0/2221
2 y 0.10 0/1637 0.27 0/2221
2 Z 0.11 0/1637 0.28 0/2221
3 4 0.12 0/739 0.31 0/1005
3 5 0.16 0/739 0.34 0/1005
3 6 0.28 0/739 0.49 0/1005
3 7 0.15 0/739 0.33 0/1005
4 8 0.09 0/1941 0.25 0/2631
5 A 0.16 0/1985 0.33 0/2697
5 AP 0.15 0/1985 0.34 1/2697 (0.0%)
5 AQ 0.10 0/1985 0.24 0/2697
5 AR 0.14 0/1884 0.28 0/2558
5 AS 0.13 0/1884 0.29 0/2558
5 AT 0.12 0/1892 0.25 0/2568
5 AU 0.11 0/1884 0.25 0/2558
5 AV 0.10 0/1884 0.24 0/2558
5 AW 0.11 0/1985 0.26 0/2697
5 AX 0.11 0/1985 0.26 0/2697
5 AY 0.10 0/1985 0.25 0/2697
5 AZ 0.10 0/1985 0.24 0/2697
5 Aa 0.10 0/1985 0.25 0/2697
5 B 0.14 0/1985 0.32 0/2697
5 C 0.10 0/1985 0.24 0/2697
5 p 0.11 0/1985 0.25 0/2697
5 Q 0.21 1/1985 (0.1%) 0.28 0/2697
5 R 0.11 0/1985 0.25 0/2697
5 S 0.11 0/1985 0.24 0/2697
5 T 0.11 0/1985 0.24 0/2697

EMD-39790, 8260
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. Bond lengths Bond angles

Mol | Chain | ¢\ o7 #|Z| >5 RMSZ 4| Z| >5
5 U 0.22 0/1985 0.37 3/2697 (0.1%)
5 \Y 0.11 0/1985 0.25 0/2697
5 W 0.24 1/1985 (0.1%) 0.39 0/2697
5 X 0.11 0/1985 0.25 0/2697
bt Y 0.11 0/1985 0.25 0/2697
5 Z 0.11 0/1985 0.25 0/2697
5 a 0.11 0/1985 0.24 0/2697
6 Al 0.27 0/3385 0.47 4/4605 (0.1%)
6 A2 0.26 0/3385 0.45 4/4605 (0.1%)
6 A3 0.23 0/3385 0.41 2/4605 (0.0%)
6 Ab 0.23 0/3385 0.33 0/4605
6 Ac 0.22 0/3385 0.32 0/4605
6 Ad 0.23 0/3385 0.33 0/4605
6 Ae 0.22 0/3385 0.32 0/4605
6 Af 0.22 0/3385 0.32 0/4605
6 Ag 0.22 0/3385 0.33 0/4605
6 Ah 0.22 0/3385 0.32 0/4605
6 Ai 0.21 0/3385 0.32 0/4605
6 Aj 0.22 0/3385 0.32 0/4605
6 Ak 0.21 0/3385 0.31 0/4605
6 Al 0.21 0/3385 0.31 0/4605
6 Am 0.22 0/3385 0.32 0/4605
6 An 0.20 0/3385 0.32 0/4605
6 Ao 0.27 0/3385 0.41 1/4605 (0.0%)
6 Ap 0.27 0/3385 0.40 1/4605 (0.0%)
6 Aq 0.26 0/3385 0.43 2/4605 (0.0%)
6 Ar 0.27 0/3385 0.41 0/4605
6 As 0.26 0/3385 0.42 3/4605 (0.1%)
6 At 0.28 1/3385 (0.0%) 0.44 2/4605 (0.0%)
6 Au 0.29 0/3385 0.44 1/4605 (0.0%)
6 Av 0.29 0/3385 0.45 3/4605 (0.1%)
6 Aw 0.27 0/3385 0.42 2/4605 (0.0%)
6 Ax 0.26 0/3385 0.43 3/4605 (0.1%)
6 Ay 0.26 0/3385 0.41 1/4605 (0.0%)
6 Az 0.28 0/3385 0.46 3/4605 (0.1%)
6 D 0.23 0/3385 0.34 0/4605
6 E 0.24 0/3385 0.34 0/4605
6 F 0.23 0/3385 0.34 0/4605
6 G 0.23 0/3385 0.34 0/4605
6 H 0.23 0/3385 0.33 0/4605
6 | 0.23 0/3385 0.33 0/4605
6 J 0.23 0/3385 0.33 0/4605
6 K 0.23 0/3385 0.33 0/4605
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. Bond lengths Bond angles
Mol | Chain | ¢\ o7 #|Z| >5 RMSZ 4| Z| >5
6 L 0.23 0/3385 0.33 0/4605
6 M 0.23 0/3385 0.33 0/4605
6 N 0.23 0/3385 0.33 0/4605
6 O 0.22 0/3385 0.33 0/4605
7 AA 0.35 0/137 0.45 0/188
7 AB 0.29 0/137 0.43 0/188
7 AC 0.14 0/141 0.31 0/193
7 AD 0.31 0/137 0.46 0/188
7 AE 0.12 0/137 0.28 0/188
7 AF 0.92 0/161 1.23 0/221
7 AG 0.16 0/75 0.32 0/103
7 AH 0.20 0/75 0.42 0/103
7 Al 0.95 0/75 1.34 0/103
7 AJ 0.37 0/166 0.57 0/228
7 AK 0.32 0/172 0.69 0/237
7 AL 0.39 0/223 0.61 0/304
7 AM 0.19 0/227 0.44 0/309
7 AN 0.23 0/227 0.49 0/309
7 AO 0.16 0/223 0.40 0/304
7 D1 0.16 0/1182 0.27 0/1588
7 D2 0.16 0/1182 0.27 0/1588
7 D3 0.16 0/1182 0.27 0/1588
7 D4 0.16 0/1182 0.27 0/1588
7 D5 0.16 0/1182 0.27 0/1588
7 Dz 0.16 0/1182 0.27 0/1588
7 E1l 0.16 0/1182 0.27 0/1588
7 E2 0.16 0/1182 0.27 0/1588
7 E3 0.16 0/1182 0.27 0/1588
7 E4 0.16 0/1182 0.27 0/1588
7 E5 0.16 0/1182 0.27 0/1588
7 EG 0.16 0/1182 0.27 0/1588
7 EH 0.16 0/1182 0.27 0/1588
7 EI 0.16 0/1182 0.27 0/1588
7 EJ 0.16 0/1182 0.27 0/1588
7 EK 0.16 0/1182 0.27 0/1588
7 EL 0.16 0/1182 0.27 0/1588
7 EM 0.17 0/1182 0.27 0/1588
7 EN 0.16 0/1182 0.27 0/1588
7 EO 0.16 0/1182 0.27 0/1588
7 EP 0.16 0/1182 0.27 0/1588
7 EQ 0.17 0/1182 0.27 0/1588
7 ER 0.16 0/1182 0.27 0/1588
7 ES 0.16 0/1182 0.27 0/1588
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. Bond lengths Bond angles
Mol | Chain | ¢\ o7 #|Z| >5 RMSZ 4| Z| >5
7 ET 0.16 0/1182 0.27 0/1588
7 EU 0.16 0/1182 0.27 0/1588
7 EV 0.16 0/1182 0.27 0/1588
7 EwW 0.16 0/1182 0.27 0/1588
7 EX 0.33 0/888 0.56 0/1192
7 EY 0.30 0/888 0.44 0/1192
7 EZ 0.21 0/888 0.38 0/1192
7 Ea 0.22 0/888 0.40 0/1192
7 Eb 0.21 0/888 0.41 0/1192
7 Ec 0.23 0/844 0.41 0/1131
7 Ed 0.29 0/888 0.48 0/1192
7 Ee 0.29 0/888 0.44 0/1192
7 Ef 0.21 0/888 0.40 0/1192
7 Eg 0.22 0/727 0.40 0/974
7 Eh 0.26 0/810 0.44 0/1087
7 Ei 0.27 0/810 0.44 0/1087
7 Ej 0.17 0/810 0.38 0/1087
7 Ek 0.14 0/661 0.31 0/884
7 El 0.14 0/706 0.35 0/946
7 Em 0.15 0/697 0.34 0/934
7 En 0.14 0/685 0.33 0/917
7 Eo 0.16 0/706 0.35 0/946
7 Ep 0.22 0/888 0.38 0/1192
7 Eq 0.25 0/888 0.45 0/1192
7 Er 0.20 0/888 0.35 0/1192
7 Es 0.20 0/805 0.38 0/1078
7 Et 0.20 0/888 0.40 0/1192
7 Eu 0.16 0/1182 0.27 0/1588
7 Ev 0.16 0/1182 0.27 0/1588
7 Ew 0.16 0/1182 0.27 0/1588
7 Ex 0.16 0/1182 0.27 0/1588
7 Ey 0.16 0/1182 0.27 0/1588
7 Ez 0.16 0/1182 0.27 0/1588
8 b 0.22 0/856 0.36 0/1151
8 c 0.22 0/846 0.31 0/1138
8 d 0.24 0/856 0.31 0/1151
8 e 0.19 0/848 0.31 0/1140
8 f 0.22 0/848 0.35 0/1140
9 g 0.11 0/996 0.26 0/1348
9 h 0.10 0/996 0.26 0/1348
9 i 0.30 0/996 0.46 0/1348
9 j 0.10 0/996 0.24 0/1348
9 k 0.11 0/996 0.28 0/1348
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. Bond lengths Bond angles
Mol | Chain | .\ 1q7 42| >5 RMSZ 42| >5
9 1 0.13 0/996 0.30 0/1348
10 m 0.11 0/1905 0.26 0/2572
10 n 0.13 0/1905 0.26 0/2572
10 o 0.10 0/1905 0.26 0/2572
10 p 0.17 0/1905 0.36 1/2572 (0.0%)
10 q 0.10 0/1905 0.25 0/2572
11 r 0.32 0/564 0.43 0/759
11 s 0.08 0/609 0.20 0/819
11 t 0.07 0/609 0.17 0/819
11 u 0.07 0/564 0.16 0/759
11 v 0.07 0/564 0.18 0/759
11 W 0.09 0/313 0.19 0/420
12 X 0.08 0/562 0.19 0/760
13 A8 0.18 0/2818 0.28 0/3814
13 B1 0.18 0/2818 0.28 0/3814
13 B6 0.18 0/2818 0.28 0/3814
13 B7 0.18 0/2818 0.28 0/3814
13 BC 0.18 0/2818 0.28 0/3814
13 BH 0.18 0/2818 0.28 0/3814
13 BM 0.18 0/2818 0.28 0/3814
13 BR 0.18 0/2818 0.28 0/3814
13 BW 0.18 0/2818 0.28 0/3814
13 Bb 0.18 0/2818 0.28 0/3814
13 Bg 0.18 0/2818 0.28 0/3814
13 Bl 0.18 0/2818 0.28 0/3814
13 Bq 0.18 0/2818 0.28 0/3814
13 Bv 0.18 0/2818 0.28 0/3814
13 C3 0.18 0/2818 0.28 0/3814
13 C8 0.18 0/2818 0.28 0/3814
13 CB 0.18 0/2818 0.28 0/3814
13 CJ 0.18 0/2818 0.28 0/3814
13 CO 0.18 0/2818 0.28 0/3814
13 CT 0.18 0/2818 0.28 0/3814
13 CY 0.18 0/2818 0.28 0/3814
13 Cd 0.18 0/2818 0.28 0/3814
13 Ci 0.18 0/2818 0.28 0/3814
13 Cn 0.18 0/2818 0.28 0/3814
13 Cs 0.18 0/2818 0.28 0/3814
13 Cx 0.18 0/2818 0.28 0/3814
14 A4 0.18 0/1706 0.29 0/2315
14 A9 0.18 0/1706 0.29 0/2315
14 B2 0.18 0/1706 0.29 0/2315
14 B8 0.18 0/1706 0.29 0/2315
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. Bond lengths Bond angles
Mol | Chain | .\ 1q7 42| >5 RMSZ 42| >5
14 BD 0.18 0/1706 0.29 0/2315
14 BI 0.18 0/1706 0.29 0/2315
14 BN 0.18 0/1706 0.29 0/2315
14 BS 0.18 0/1706 0.29 0/2315
14 BX 0.18 0/1706 0.29 0/2315
14 Bce 0.18 0/1706 0.29 0/2315
14 Bh 0.18 0/1706 0.29 0/2315
14 Bm 0.18 0/1706 0.29 0/2315
14 Br 0.18 0/1706 0.29 0/2315
14 Bw 0.18 0/1706 0.29 0/2315
14 C4 0.18 0/1706 0.29 0/2315
14 C9 0.18 0/1706 0.29 0/2315
14 CC 0.18 0/1706 0.29 0/2315
14 CK 0.18 0/1706 0.29 0/2315
14 CPp 0.18 0/1706 0.29 0/2315
14 CU 0.18 0/1706 0.29 0/2315
14 CZ 0.18 0/1706 0.29 0/2315
14 Ce 0.18 0/1706 0.29 0/2315
14 Cj 0.18 0/1706 0.29 0/2315
14 Co 0.18 0/1706 0.29 0/2315
14 Ct 0.18 0/1706 0.29 0/2315
14 Cy 0.18 0/1706 0.29 0/2315
15 A0 0.23 0/98 0.39 0/129
15 A5 0.23 0/98 0.39 0/129
15 B3 0.24 0/98 0.39 0/129
15 B9 0.23 0/98 0.38 0/129
15 BE 0.23 0/98 0.39 0/129
15 BJ 0.24 0/98 0.38 0/129
15 BO 0.24 0/98 0.39 0/129
15 BT 0.23 0/98 0.39 0/129
15 BY 0.23 0/98 0.39 0/129
15 Bd 0.23 0/98 0.38 0/129
15 Bi 0.23 0/98 0.39 0/129
15 Bn 0.23 0/98 0.38 0/129
15 Bs 0.24 0/98 0.39 0/129
15 Bx 0.23 0/98 0.39 0/129
15 CO 0.23 0/98 0.39 0/129
15 C5 0.23 0/98 0.39 0/129
15 CD 0.23 0/98 0.39 0/129
15 CL 0.23 0/98 0.39 0/129
15 CQ 0.24 0/98 0.38 0/129
15 CvV 0.23 0/98 0.39 0/129
15 Ca 0.23 0/98 0.39 0/129
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Mol | Chain | .\ 1q7 42| >5 RMSZ 42| >5
15 Cf 0.23 0/98 0.39 0/129
15 Ck 0.23 0/98 0.39 0/129
15 Cp 0.23 0/98 0.39 0/129
15 Cu 0.23 0/98 0.38 0/129
15 Cz 0.24 0/98 0.39 0/129
16 A6 0.34 0/64 0.99 1/88 (1.1%)
16 BO 0.34 0/64 0.99 1/88 (1.1%)
16 B4 0.35 0/64 0.99 1/88 (1.1%)
16 BA 0.35 0/64 0.99 1/88 (1.1%)
16 BF 0.34 0/64 0.99 1/88 (1.1%)
16 BK 0.34 0/64 0.99 1/88 (1.1%)
16 BP 0.34 0/64 1.00 1/88 (1.1%)
16 BU 0.34 0/64 0.99 1/88 (1.1%)
16 BZ 0.34 0/64 0.98 1/88 (1.1%)
16 Be 0.34 0/64 0.99 1/88 (1.1%)
16 Bj 0.34 0/64 0.99 1/88 (1.1%)
16 Bo 0.35 0/64 0.99 1/88 (1.1%)
16 Bt 0.34 0/64 0.99 1/88 (1.1%)
16 By 0.34 0/64 0.98 1/88 (1.1%)
16 C1 0.34 0/64 0.99 1/88 (1.1%)
16 C6 0.34 0/64 0.99 1/88 (1.1%)
16 CE 0.35 0/64 0.99 1/88 (1.1%)
16 CH 0.35 0/64 1.00 1/88 (1.1%)
16 CM 0.34 0/64 0.99 1/88 (1.1%)
16 CR 0.34 0/64 0.98 1/88 (1.1%)
16 CW 0.34 0/64 1.00 1/88 (1.1%)
16 Cb 0.34 0/64 0.99 1/88 (1.1%)
16 Cg 0.34 0/64 0.98 1/88 (1.1%)
16 Cl 0.34 0/64 0.99 1/88 (1.1%)
16 Cq 0.34 0/64 0.99 1/88 (1.1%)
16 Cv 0.34 0/64 0.99 1/88 (1.1%)
16 DO 1.20 0/64 1.44 1/88 (1.1%)
17 AT 0.18 0/2131 0.27 0/2894
17 B5 0.19 0/2131 0.27 0/2894
17 BB 0.19 0/2131 0.27 0/2894
17 BG 0.19 0/2131 0.27 0/2894
17 BL 0.19 0/2131 0.27 0/2894
17 BQ 0.19 0/2131 0.27 0/2894
17 BV 0.19 0/2131 0.27 0/2894
17 Ba 0.19 0/2131 0.28 0/2894
17 Bf 0.19 0/2131 0.27 0/2894
17 Bk 0.19 0/2131 0.27 0/2894
17 Bp 0.19 0/2131 0.27 0/2894
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. Bond lengths Bond angles
Mol | Chain | .\ 1q7 42| >5 RMSZ 42| >5
17 Bu 0.19 0/2131 0.27 0/2894
17 Bz 0.19 0/2131 0.27 0/2894
17 C2 0.19 0/2131 0.27 0/2894
17 C7 0.19 0/2131 0.27 0/2894
17 CA 0.18 0/2131 0.27 0/2894
17 CF 0.19 0/2131 0.27 0/2894
17 CI 0.19 0/2131 0.27 0/2894
17 CN 0.19 0/2131 0.27 0/2894
17 CS 0.19 0/2131 0.27 0/2894
17 CcX 0.19 0/2131 0.27 0/2894
17 Cc 0.19 0/2131 0.27 0/2894
17 Ch 0.19 0/2131 0.27 0/2894
17 Cm 0.19 0/2131 0.27 0/2894
17 Cr 0.19 0/2131 0.27 0/2894
17 Cw 0.19 0/2131 0.27 0/2894
18 CG 0.23 0/2230 0.35 0/3009
18 DA 0.22 0/2237 0.35 0/3019
18 DD 0.23 0/2230 0.35 0/3009
18 DE 0.22 0/2237 0.35 0/3019
18 DH 0.23 0/2230 0.35 0/3009
18 DI 0.22 0/2237 0.36 0/3019
18 DL 0.23 0/2230 0.35 0/3009
18 DM 0.22 0/2237 0.35 0/3019
18 DP 0.23 0/2230 0.35 0/3009
18 DQ 0.22 0/2237 0.36 0/3019
18 DT 0.23 0/2230 0.35 0/3009
18 DU 0.22 0/2237 0.35 0/3019
18 DX 0.23 0/2230 0.35 0/3009
18 DY 0.22 0/2237 0.35 0/3019
18 Db 0.23 0/2230 0.35 0/3009
18 Dc 0.22 0/2237 0.36 0/3019
18 Df 0.23 0/2230 0.35 0/3009
18 Dg 0.22 0/2237 0.36 0/3019
18 Dj 0.23 0/2230 0.35 0/3009
18 Dk 0.22 0/2237 0.35 0/3019
18 Dn 0.23 0/2230 0.35 0/3009
18 Do 0.22 0/2237 0.36 0/3019
18 Dr 0.23 0/2230 0.35 0/3009
18 Ds 0.22 0/2237 0.35 0/3019
18 Dv 0.23 0/2230 0.35 0/3009
18 Dw 0.22 0/2237 0.36 0/3019
19 DB 0.15 0/1499 0.39 0/2029
19 DC 0.17 0/1499 0.38 0/2029
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. Bond lengths Bond angles
Mol | Chain | .\ 1q7 42| >5 RMSZ 42| >5
19 | DF | 0.16 0,/1499 0.39 0,2029
19 | DG | 017 0,/1499 0.33 0,2029
19 | DJ | 0.16 0,/1499 0.39 0,2029
19 | DK | 0.17 0,/1499 0.38 0,2029
19 | DN | 0.16 0,/1499 0.39 0,2029
19 | DO | 017 0,/1499 0.33 0,/2029
19 | DR | 0.16 0,/1499 0.39 0,2029
19 | DS | 017 0,/1499 0.33 0,2029
19 | DV | 0.16 0,/1499 0.39 0,2029
19 | DW | 0.17 0,/1499 0.33 0,2029
19 | DZ | 0.15 0,/1499 0.39 0,2029
19 | Da | 017 0,/1499 0.38 0,2029
19 | Dd | 0.16 0,/1499 0.39 0,2029
19 | De | 017 0,/1499 0.33 0,2029
19 | Dh | 0.16 0,/1499 0.39 0,2029
19 | Di | 017 0,/1499 0.33 0,2029
19 | DI | 0.16 0,/1499 0.39 0,2029
19 | Dm | 0.17 0,/1499 0.38 0,2029
19 | Dp | 0.16 0,/1499 0.39 0,/2029
19 | Dq | 017 0,/1499 0.33 0,2029
19 | Dt | 0.16 0,/1499 0.39 0,2029
19 | Du | 017 0,/1499 0.33 0,2029
19 | Dx | 0.16 0,/1499 0.39 0,2029
19 | Dy | 017 0,/1499 0.38 0,2029
20 | D6 | LI5 0/57 1.40 1/77 (1.3%)
20 | D7 | 127 0/42 1.22 0/56
20 | D8 | 1.16 0/47 1.30 0/63
20 | D9 | 1.09 0/47 1.29 0/63
21 | EA | L.12 0/83 1.44 0/114
21 | EB | L.11 0/83 1.44 0/114
21 | BEC | L.12 0/83 1.45 0/114
21 | ED | 1.10 0/83 1.45 0/114
21 | BE | L.1I 0/83 1.45 0/114
21 | BF | L1 0/83 1.44 0/114
All | Al | 020 |3/564349 (0.0%) | 0.33 | 65/764531 (0.0%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
2 2 0 1
Continued on next page...
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Mol | Chain | #Chirality outliers | #Planarity outliers
5 AP 0 2
6 Al 0 1
6 A2 0 1
6 Ay 0 1
6 Az 0 1
7 EY 0 1
7 Eh 0 1
7 Ei 0 1
7 Eq 0 1

All All 0 11
All (3) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
5 W 52 | PRO C-O0 |-5.50 1.17 1.23
) Q 37 SER | CA-CB | -5.41 1.45 1.53
6 At 45 SER | CA-CB | -5.16 1.45 1.53

The worst 5 of 65 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
6 Az 54 | PRO | N-CA-C |-12.35 92.02 111.03
6 Aq 49 | ASN | CB-CA-C | -10.20 104.79 116.63
6 Al 54 | PRO | N-CA-C |-10.18 95.21 111.19
6 A2 54 | PRO | N-CA-C | -9.44 96.37 111.19
6 At 46 LEU | N-CA-C | -8.75 102.61 113.28

There are no chirality outliers.

5 of 11 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
2 2 188 | ARG | Sidechain
6 Al 353 | ARG | Sidechain
6 A2 41 VAL | Mainchain
5 AP 161 | ARG | Sidechain
5 AP 163 | ARG | Sidechain

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen

W
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atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry-related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 0 1361 0 1418 27 0
1 9 1361 0 1418 22 0
2 1 1599 0 1685 46 0
2 2 1608 0 1691 51 0
2 3 1608 0 1691 37 0
2 y 1608 0 1691 68 0
2 z 1608 0 1691 56 0
3 4 722 0 768 29 0
3 D 722 0 768 32 0
3 6 722 0 768 36 0
3 7 722 0 768 40 0
4 8 1896 0 1968 49 0
5 A 1956 0 1907 40 0
b} AP 1956 0 1907 39 0
) AQ 1956 0 1907 31 0
5 AR 1858 0 1813 43 0
5 AS 1858 0 1813 39 0
5 AT 1866 0 1825 33 0
) AU 1858 0 1813 39 0
) AV 1858 0 1813 35 0
) AW 1956 0 1907 41 0
) AX 1956 0 1907 38 0
5 AY 1956 0 1907 83 0
5 AZ 1956 0 1907 107 0
) Aa 1956 0 1907 86 0
) B 1956 0 1907 42 0
5 C 1956 0 1907 37 0
) P 1956 0 1907 110 0
5 Q 1956 0 1907 104 0
5 R 1956 0 1907 34 0
5 S 1956 0 1907 77 0
5 T 1956 0 1907 89 0
5 U 1956 0 1907 69 0
5 \Y 1956 0 1907 61 0
) W 1956 0 1907 51 0
5 X 1956 0 1907 58 0
5 Y 1956 0 1907 41 0
5 Z 1956 0 1907 31 0
) a 1956 0 1907 43 0
6 Al 3319 0 3124 90 0
6 A2 3319 0 3124 105 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
6 A3 3319 0 3124 106 0
6 Ab 3319 0 3124 56 0
6 Ac 3319 0 3124 64 0
6 Ad 3319 0 3124 o1 0
6 Ae 3319 0 3124 47 0
6 Af 3319 0 3124 58 0
6 Ag 3319 0 3124 53 0
6 Ah 3319 0 3124 48 0
6 Ai 3319 0 3124 51 0
6 Aj 3319 0 3124 56 0
6 Ak 3319 0 3124 o7 0
6 Al 3319 0 3124 42 0
6 Am 3319 0 3124 42 0
6 An 3319 0 3124 59 0
6 Ao 3319 0 3124 59 0
6 Ap 3319 0 3124 71 0
6 Aq 3319 0 3124 63 0
6 Ar 3319 0 3124 62 0
6 As 3319 0 3124 80 0
6 At 3319 0 3124 73 0
6 Au 3319 0 3124 74 0
6 Av 3319 0 3124 86 0
6 Aw 3319 0 3124 65 0
6 Ax 3319 0 3124 88 0
6 Ay 3319 0 3124 128 0
6 Az 3319 0 3124 117 0
6 D 3319 0 3124 41 0
6 B 3319 0 3124 40 0
6 F 3319 0 3124 40 0
6 G 3319 0 3124 39 0
6 H 3319 0 3124 39 0
6 I 3319 0 3124 48 0
6 J 3319 0 3124 45 0
6 K 3319 0 3124 42 0
6 L 3319 0 3124 49 0
6 M 3319 0 3124 46 0
6 N 3319 0 3124 41 0
6 O 3319 0 3124 45 0
7 AA 135 0 128 4 0
7 AB 135 0 128 3 0
7 AC 139 0 131 4 0
7 AD 135 0 128 6 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
7 AE 135 0 128 2 0
7 AF 158 0 152 16 0
7 AG 73 0 72 3 0
7 AH 73 0 72 4 0
7 Al 73 0 72 8 0
7 AJ 163 0 157 5 0
7 AK 169 0 164 6 0
7 AL 220 0 215 3 0
7 AM 224 0 218 5 0
7 AN 224 0 218 2 0
7 AO 220 0 215 3 0
7 D1 1171 0 1164 12 0
7 D2 1171 0 1164 14 0
7 D3 1171 0 1164 17 0
7 D4 1171 0 1164 15 0
7 D5 1171 0 1164 19 0
7 Dz 1171 0 1164 13 0
7 El 1171 0 1164 15 0
7 E2 1171 0 1164 14 0
7 E3 1171 0 1164 22 0
7 E4 1171 0 1164 14 0
7 E5 1171 0 1164 14 0
7 EG 1171 0 1164 16 0
7 EH 1171 0 1164 13 0
7 EI 1171 0 1164 12 0
7 EJ 1171 0 1164 15 0
7 EK 1171 0 1164 24 0
7 EL 1171 0 1164 19 0
7 EM 1171 0 1164 22 0
7 EN 1171 0 1164 14 0
7 EO 1171 0 1164 14 0
7 EP 1171 0 1164 13 0
7 EQ 1171 0 1164 12 0
7 ER 1171 0 1164 18 0
7 ES 1171 0 1164 22 0
7 ET 1171 0 1164 14 0
7 EU 1171 0 1164 12 0
7 EV 1171 0 1164 12 0
7 EW 1171 0 1164 12 0
7 EX 881 0 910 60 0
7 BEY 881 0 910 64 0
7 EZ 881 0 910 37 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
7 Ba 881 0 910 37 0
7 Eb 881 0 910 48 0
7 Ec 839 0 864 31 0
7 Ed 881 0 910 58 0
7 Ee 881 0 910 38 0
7 Ef 881 0 910 42 0
7 Eg 724 0 758 31 0
7 Eh 803 0 837 45 0
7 Ei 803 0 837 38 0
7 Ej 803 0 837 32 0
7 Ek 660 0 699 21 0
7 El 704 0 741 28 0
7 Em 695 0 735 30 0
7 En 684 0 725 31 0
7 Eo 704 0 741 29 0
7 Ep 881 0 910 60 0
7 Eq 881 0 910 40 0
7 Er 881 0 910 39 0
7 Es 802 0 836 36 0
7 Et 881 0 910 37 0
7 Eu 1171 0 1164 14 0
7 Ev 1171 0 1164 16 0
7 Ew 1171 0 1164 14 0
7 Ex 1171 0 1164 16 0
7 Ey 1171 0 1164 14 0
7 Ez 1171 0 1164 12 0
8 b 845 0 833 12 0
8 ¢ 835 0 825 22 0
8 d 845 0 833 11 0
8 e 837 0 829 14 0
8 f 837 0 829 15 0
9 g 983 0 958 12 0
9 h 983 0 958 24 0
9 1 983 0 958 37 0
9 ] 983 0 958 12 0
9 k 983 0 958 20 0
9 1 983 0 958 26 0

10 m 1879 0 1864 37 0
10 n 1879 0 1864 61 0
10 0 1879 0 1864 35 0
10 p 1879 0 1864 34 0
10 q 1879 0 1864 43 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
11 r 560 0 061 12 0
11 s 605 0 609 10 0
11 t 605 0 609 19 0
11 u 560 0 261 10 0
11 v 560 0 261 20 0
11 w 311 0 320 8 0
12 X 552 0 Y 21 0
13 A8 2774 0 2747 73 0
13 B1 2774 0 2747 73 0
13 B6 2774 0 2747 77 0
13 B7 2774 0 2747 75 0
13 BC 2774 0 2747 71 0
13 BH 2774 0 2747 74 0
13 BM 2774 0 2747 71 0
13 BR 2774 0 2747 75 0
13 BW 2774 0 2747 72 0
13 Bb 2774 0 2747 77 0
13 Bg 2774 0 2747 77 0
13 Bl 2774 0 2747 78 0
13 Bq 2774 0 2747 72 0
13 Bv 2774 0 2747 75 0
13 C3 2774 0 2747 71 0
13 C8 2774 0 2747 74 0
13 CB 2774 0 2747 72 0
13 CJ 2774 0 2747 73 0
13 CO 2774 0 2747 68 0
13 CT 2774 0 2747 76 0
13 CY 2774 0 2747 72 0
13 Cd 2774 0 2747 76 0
13 Ci 2774 0 2747 74 0
13 Cn 2774 0 2747 78 0
13 Cs 2774 0 2747 73 0
13 Cx 2774 0 2747 74 0
14 A4 1678 0 1612 64 0
14 A9 1678 0 1612 65 0
14 B2 1678 0 1612 66 0
14 B8 1678 0 1612 66 0
14 BD 1678 0 1612 63 0
14 BI 1678 0 1612 64 0
14 BN 1678 0 1612 65 0
14 BS 1678 0 1612 68 0
14 BX 1678 0 1612 65 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
14 Be 1678 0 1612 63 0
14 Bh 1678 0 1612 63 0
14 Bm 1678 0 1612 64 0
14 Br 1678 0 1612 66 0
14 Bw 1678 0 1612 66 0
14 C4 1678 0 1612 63 0
14 C9 1678 0 1612 63 0
14 cC 1678 0 1612 65 0
14 CK 1678 0 1612 65 0
14 CP 1678 0 1612 65 0
14 CU 1678 0 1612 62 0
14 CZ 1678 0 1612 65 0
14 Ce 1678 0 1612 66 0
14 Cj 1678 0 1612 63 0
14 Co 1678 0 1612 62 0
14 Ct 1678 0 1612 63 0
14 Cy 1678 0 1612 64 0
15 A0 97 0 98 6 0
15 A5 97 0 98 6 0
15 B3 97 0 98 6 0
15 B9 97 0 98 6 0
15 BE 97 0 98 6 0
15 BJ 97 0 98 6 0
15 BO 97 0 98 6 0
15 BT 97 0 98 6 0
15 BY 97 0 98 6 0
15 Bd 97 0 98 6 0
15 Bi 97 0 98 6 0
15 Bn 97 0 98 6 0
15 Bs 97 0 98 6 0
15 Bx 97 0 98 6 0
15 Co 97 0 98 6 0
15 Ch 97 0 98 6 0
15 CD 97 0 98 6 0
15 CL 97 0 98 6 0
15 CQ 97 0 98 6 0
15 CcVv 97 0 98 6 0
15 Ca 97 0 98 6 0
15 Cf 97 0 98 6 0
15 Ck 97 0 98 6 0
15 Cp 97 0 98 6 0
15 Cu 97 0 98 6 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
15 Cz 97 0 98 6 0
16 A6 65 0 30 5 0
16 BO 65 0 30 5 0
16 B4 65 0 30 5 0
16 BA 65 0 30 5 0
16 BF 65 0 30 5 0
16 BK 65 0 30 5 0
16 BP 65 0 30 5 0
16 BU 65 0 30 5 0
16 BZ 65 0 30 5 0
16 Be 65 0 30 5 0
16 Bj 65 0 30 5 0
16 Bo 65 0 30 5 0
16 Bt 65 0 30 5 0
16 By 65 0 30 5 0
16 C1 65 0 30 5 0
16 C6 65 0 30 5 0
16 CE 65 0 30 5 0
16 CH 65 0 30 5 0
16 CM 65 0 30 5 0
16 CR 65 0 30 5 0
16 CW 65 0 30 5 0
16 Cb 65 0 30 5 0
16 Cg 65 0 30 5 0
16 Cl 65 0 30 5 0
16 Cq 65 0 30 5 0
16 Cv 65 0 30 5 0
16 DO 65 0 30 5 0
17 AT 2102 0 2158 42 0
17 B5 2102 0 2158 45 0
17 BB 2102 0 2158 44 0
17 BG 2102 0 2158 48 0
17 BL 2102 0 2158 42 0
17 BQ 2102 0 2158 43 0
17 BV 2102 0 2158 45 0
17 Ba 2102 0 2158 44 0
17 Bf 2102 0 2158 44 0
17 Bk 2102 0 2158 43 0
17 Bp 2102 0 2158 43 0
17 Bu 2102 0 2158 43 0
17 Bz 2102 0 2158 45 0
17 C2 2102 0 2158 44 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
17 C7 2102 0 2158 44 0
17 CA 2102 0 2158 49 0
17 CF 2102 0 2158 44 0
17 CI 2102 0 2158 42 0
17 CN 2102 0 2158 45 0
17 CS 2102 0 2158 45 0
17 CcX 2102 0 2158 46 0
17 Cc 2102 0 2158 45 0
17 Ch 2102 0 2158 44 0
17 Cm 2102 0 2158 44 0
17 Cr 2102 0 2158 43 0
17 Cw 2102 0 2158 44 0
18 CG 2183 0 2154 32 0
18 DA 2190 0 2163 47 0
18 DD 2183 0 2154 33 0
18 DE 2190 0 2163 46 0
18 DH 2183 0 2154 32 0
18 DI 2190 0 2163 43 0
18 DL 2183 0 2154 31 0
18 DM 2190 0 2163 46 0
18 DP 2183 0 2154 34 0
18 DQ 2190 0 2163 47 0
18 DT 2183 0 2154 32 0
18 DU 2190 0 2163 49 0
18 DX 2183 0 2154 33 0
18 DY 2190 0 2163 46 0
18 Db 2183 0 2154 32 0
18 Dc 2190 0 2163 48 0
18 Df 2183 0 2154 33 0
18 Dg 2190 0 2163 48 0
18 Dj 2183 0 2154 35 0
18 Dk 2190 0 2163 45 0
18 Dn 2183 0 2154 33 0
18 Do 2190 0 2163 45 0
18 Dr 2183 0 2154 34 0
18 Ds 2190 0 2163 48 0
18 Dv 2183 0 2154 34 0
18 Dw 2190 0 2163 47 0
19 DB 1471 0 1457 28 0
19 DC 1471 0 1457 25 0
19 DF 1471 0 1457 27 0
19 DG 1471 0 1457 27 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
19 DJ 1471 0 1457 27 0
19 DK 1471 0 1457 27 0
19 DN 1471 0 1457 28 0
19 DO 1471 0 1457 25 0
19 DR 1471 0 1457 29 0
19 DS 1471 0 1457 28 0
19 DV 1471 0 1457 28 0
19 DW 1471 0 1457 28 0
19 DZ 1471 0 1457 28 0
19 Da 1471 0 1457 26 0
19 Dd 1471 0 1457 27 0
19 De 1471 0 1457 26 0
19 Dh 1471 0 1457 28 0
19 Di 1471 0 1457 27 0
19 Dl 1471 0 1457 27 0
19 Dm 1471 0 1457 28 0
19 Dp 1471 0 1457 27 0
19 Dq 1471 0 1457 30 0
19 Dt 1471 0 1457 27 0
19 Du 1471 0 1457 27 0
19 Dx 1471 0 1457 25 0
19 Dy 1471 0 1457 28 0
20 D6 o8 0 27 8 0
20 D7 43 0 22 12 0
20 D8 48 0 24 13 0
20 D9 48 0 24 7 0
21 EA 84 0 46 6 0
21 EB 84 0 46 3 0
21 EC 84 0 46 4 0
21 ED 84 0 46 1 0
21 EE 84 0 46 2 0
21 EF 84 0 46 4 0
22 2 o1 0 78 12 0
22 e o1 0 78 4 0
22 t o1 0 78 17 0
22 v ol 0 78 12 0
23 e 32 0 0 1 0
23 s 32 0 0 1 0
23 t 32 0 0 2 0
23 u 32 0 0 3 0
23 % 32 0 0 6 0

All All 555596 0 044123 9596 0
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The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 9.

The worst 5 of 9596 close contacts within the same asymmetric unit are listed below, sorted by

their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
3:7:64:LEU:HD11 7:EY:148:PHE:CE1 1.54 1.41
6:Ax:371: THR:HG22 5:5:161:ARG:CZ 1.61 1.30
6:Ay:371:THR:HG22 | 5:T:161:ARG:NH1 1.41 1.30
3:4:15:TRP:CD1 7:Er:148:PHE:HE2 1.51 1.28
2:y:288:ALA:CB 7:Er:192:PHE:HA 1.63 1.26

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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

entries.

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 0 178/199 (89%) 173 (97%) 5 (3%) 0 |
1 9 178/199 (89%) 174 (98%) 4 (2%) 0 |
2 1 205,289 (71%) 202 (98%) | 3 (2%) 0 100 | 100}
2 2 206/289 (71%) 203 (98%) 3 (2%) 0 |
2 3 206/289 (71%) 204 (99%) 2 (1%) 0 |
2 y 206/289 (71%) 202 (98%) 4 (2%) 0 |
2 z 206/289 (71%) 202 (98%) 4 (2%) 0 |
3 4 87/89 (98%) 87 (100%) 0 0 100 | 100]
3 5 87/89 (98%) 86 (99%) 0 1 (1%)

3 6 87/89 (98%) 84 (97%) 3 (3%) 0
3 7 87/89 (98%) 86 (99%) 1 (1%) 0
4 8 238/260 (92%) 232 (98%) 6 (2%) 0
Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
5 A 260,262 (99%) 251 (96%) | 9 (4%) 0 100 [ 100
5 | AP 260,262 (99%) 253 (97%) | 6(2%) | 1(0%) | 30 61
5 | AQ 260,262 (99%) 248 (95%) | 11 (4%) | 1(0%) | 30 61
5 | AR 244/262 (93%) 240 (98%) | 3(1%) | 1(0%) | 30 61
5 | As 244/262 (93%) 235 (96%) | 9 (4%) 0 [100] [200
5 | AT 245,262 (94%) 239 (98%) | 5(2%) | 1(0%) | 30 61
5 | AU 244/262 (93%) 240 (98%) | 4 (2%) 0 100] [ 200
5 | AV 244/262 (93%) 242 (99%) | 1(0%) | 1(0%) | 30 61
5 | Aw 260,262 (99%) 254 (98%) | 5(2%) | 1(0%) | 30 61
5 | AX 260,262 (99%) 254 (98%) | 6 (2%)

5 | AY 260,262 (99%) 254 (98%) | 6 (2%) 100 ] [100]
5 | AZ 260,262 (99%) 255 (98%) | 5 (2%) 100 [ 100]
5 | Aa 260,262 (99%) 249 (96%) | 11 (4%) 100 ] [100]
5 B 260/262 (99%) 250 (96%) | 10 (4%) |
5 C 260,262 (99%) 252 (97%) | 7 (3%)

5 P 260,262 (99%) 253 (97%) | 6 (2%)

5 Q 260,262 (99%) 257 (99%) | 3 (1%) [100] [100]
5 R 260,262 (99%) 254 (98%) | 6 (2%) 100 ] [100]
5 S 260,262 (99%) 253 (97%) | 7 (3%) 100 | 100}
5 T 260,262 (99%) 253 (97%) 7 (3%) |
5 U 260,262 (99%) 255 (98%) | 5 (2%) 100 | 100}
5 v 260,262 (99%) 251 (96%) | 9 (4%) (100 [ 100]
5 | 0w 260,262 (99%) 253 (97%) | 6 (2%)

5 X 260,262 (99%) 250 (96%) | 9 (4%)

5 Y 260,262 (99%) 253 (97%) | 7 (3%) 0

5 Z 260/262 (99%) 253 (97%) 7 (3%) 0 |
5 a 260,/262 (99%) 253 (97%) | 7 (3%) 0 100 [ 100]
6 | Al 433/437 (99%) 419 (97%) | 12(3%) | 2(0%) | 24 58
6 | A2 433437 (99%) 418 (96%) | 13 (3%) | 2(0%) | 24 58
6 | A3 433/437 (99%) 419 (97%) | 13 (3%) | 1(0%) | 43 73
6 | Ab 433 /437 (99%) 416 (96%) | 17 (4%) 0 100] ['z00
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
6 | Ac 433 /437 (99%) 419 (97%) | 14 (3%) 0 100 ] [100]
6 Ad 433/437 (99%) 418 (96%) | 15 (4%) 0 |
6 Ae 433/437 (99%) 422 (98%) | 11 (2%) 0 |
6 Af 433 /437 (99%) 417 (96%) | 16 (4%) 0 100 | 100]
6 | Ag 433 /437 (99%) 417 (96%) | 16 (4%) 0 100 [ 100]
6 | Ah 433 /437 (99%) 417 (96%) | 16 (4%) 0 100 ] [100]
6 Ai 433 /437 (99%) 420 (97%) | 13 (3%) 0 |
6 Aj 433/437 (99%) 419 (97%) | 14 (3%) 0 |
6 | Ak 433 /437 (99%) 418 (96%) | 15 (4%) 0 100 | 100]
6 Al 433 /437 (99%) 420 (97%) | 13 (3%) 0 |
6 Am 433/437 (99%) 418 (96%) | 15 (4%) 0 |
6 | An 433 /437 (99%) 419 (97%) | 14 (3%) 0 100 [ 100]
6 | Ao 433 /437 (99%) 422 (98%) | 11 (2%) 0 100 ] [100]
6 Ap 433/437 (99%) 416 (96%) | 16 (4%) | 1 (0%) 43 73
6 Aq 433/437 (99%) 418 (96%) | 13 (3%) | 2 (0%) 24 58
6 Ar 433/437 (99%) 417 (96%) | 14 (3%) | 2 (0%) 24 58
6 As 433/437 (99%) 417 (96%) | 14 (3%) | 2 (0%) 24 58
6 At 433/437 (99%) 420 (97%) | 12 (3%) | 1 (0%) 43 73
6 Au 433/437 (99%) 417 (96%) | 14 (3%) | 2 (0%) 24 58
6 Av 433/437 (99%) 422 (98%) 8 (2%) 3 (1%) 18 52
6 Aw 433/437 (99%) 416 (96%) | 15 (4%) | 2 (0%) 24 58
6 Ax 433/437 (99%) 419 (97%) | 14 (3%) 0 | 100
6 Ay 433/437 (99%) 420 (97%) | 12 (3%) | 1 (0%) 43 73
6 Az 433/437 (99%) 417 (96%) | 15 (4%) | 1 (0%) 43 73
6 D 433/437 (99%) 420 (97%) | 13 (3%) 0
6 E 433/437 (99%) 416 (96%) | 17 (4%) 0 |
6 F 433 /437 (99%) 419 (97%) | 14 (3%) 0 |
6 G 433/437 (99%) 418 (96%) | 15 (4%) 0 |
6 H 433/437 (99%) 419 (97%) | 14 (3%) 0 |
6 I 433/437 (99%) 418 (96%) | 15 (4%) 0 |
6 J 433/437 (99%) 420 (97%) | 13 (3%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles

6 K 433 /437 (99%) 419 (97%) | 14 (3%) 0 100 ] [100]
6 L 433/437 (99%) 420 (97%) | 13 (3%) 0 |
6 M 433/437 (99%) 419 (97%) | 14 (3%) 0 |
6 N 433 /437 (99%) 419 (97%) | 14 (3%) 0 100 | 100]
6 0 433/437 (99%) 419 (97%) | 14 (3%) 0 |
7 | AA 17/580 (3%) 17 (100%) 0 0 100 ] [100]
7 AB 17/580 (3%) 15 (88%) 2 (12%) 0 |
7 | Ac 18/580 (3%) 8 (100%) 0 0 100 ] [100]
7 | AD 17/580 (3%) 17 (100%) 0 0 100 | 100]
7 | AE 17/580 (3%) 7 (100%) 0 0 100 [ 100]
7 | AF 21/580 (4%) 14 (67%) | 6 (29%) | 1 (5%)
7 | AG 9/580 (2%) 7(78%) | 2 (22%) 0 (100 [ 100}
7 | aAm 9/580 (2%) 9 (100%) 0 0 100 ] [100]
7 | Al 9/580 (2%) 8 (89%) | 1(11%) 0 100 | 100}
N 22/580 (4%) 18 (82%) | 4 (18%) 0 100 [100]
7 AK 23/580 (4%) 23 (100%) 0 0 |
7 | AL 30/580 (5%) 26 (87%) | 4 (13%) 0 100 [ 100}
7 | AM 31/580 (5%) 31 (100%) 0 0 100 ] [100]
7 | AN 31/580 (5%) 31 (100%) 0 0 100 | 100}
7 | A0 30/580 (5%) 30 (100%) 0 0 100 [100]
7 | D1 142/580 (24%) 138 (97%) | 4 (3%) 0 100 | 100}
7 | D2 142 /580 (24%) 138 (97%) | 4 (3%) 0 (100 [ 100]
7 | D3 142/580 (24%) 138 (97%) | 4 (3%) 0 100 ] [100]
7 | D4 142/580 (24%) 138 (97%) | 4 (3%) 0 100 | 100}
7 | Ds 142/580 (24%) 138 (97%) | 4 (3%) 0 100 ] [100]
7 | Dz 142/580 (24%) 138 (97%) | 4 (3%) 0 100 | 100]
7 | E 142 /580 (24%) 138 (97%) | 4 (3%) 0 100 [ 100]
7 E2 142/580 (24%) 138 (97%) 4 (3%) 0 |
7 E3 142/580 (24%) 138 (97%) 4 (3%) 0 |
7 E4 142/580 (24%) 138 (97%) 4 (3%) 0 |
7 | Es 142/580 (24%) 138 (97%) | 4 (3%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
7 | EG 142/580 (24%) 138 (97%) | 4 (3%) 0 100 ] [100]
7 EH 142/580 (24%) 139 (98%) 3 (2%) 0 |
7 EI 142/580 (24%) 138 (97%) 4 (3%) 0 |
7| B 142/580 (24%) 138 (97%) | 4 (3%) 0 100 | 100]
7 EK 142/580 (24%) 138 (97%) 4 (3%) 0 |
7 EL 142/580 (24%) 138 (97%) 4 (3%) 0 |
7 EM 142/580 (24%) 138 (97%) 4 (3%) 0 |
7 EN 142/580 (24%) 138 (97%) 4 (3%) 0 |
7 | EO 142/580 (24%) 138 (97%) | 4 (3%) 0 100 | 100]
7 | EP 142 /580 (24%) 138 (97%) | 4 (3%) 0 100 [ 100]
7 EQ 142/580 (24%) 138 (97%) 4 (3%) 0 |
7 | ER 142/580 (24%) 138 (97%) | 4 (3%) 0 100 [ 100]
7 | ES 142/580 (24%) 138 (97%) | 4 (3%) 0 100 ] [100]
7 | ET 142/580 (24%) 139 (98%) | 3 (2%) 0 100 | 100}
7 | EU 142 /580 (24%) 138 (97%) | 4 (3%) 0 100 [100]
7 | BV 142/580 (24%) 138 (97%) | 4 (3%) 0 [100] [ 100}
7 | EW 142/580 (24%) 138 (97%) | 4 (3%) 0 100 [ 100}
7 EX 112/580 (19%) 100 (89%) | 10 (9%) | 2 (2%) 6] 33
7 EY 112/580 (19%) 99 (88%) | 12 (11%) | 1 (1%) 14| 46
7 EZ 112/580 (19%) 101 (90%) | 11 (10%) 0 100 | 100] |
7 Ea 112/580 (19%) 102 (91%) 9 (8%) 1 (1%) 14| 46
7 Eb 112/580 (19%) 104 (93%) 7 (6%) 1 (1%) 14| 46
7 Ec 105/580 (18%) 97 (92%) 7 (1%) 1 (1%) 12| 44
7 | Ed 112/580 (19%) 00 (88%) | 11(10%) | 2(2%) | |6] 33
7 Ee 112/580 (19%) 99 (88%) | 12 (11%) | 1 (1%) 14| 46
7 Ef 112/580 (19%) 102 (91%) | 9 (8%) | 1 (1%) 14| 46
7 Eg 90/580 (16%) 83 (92%) 6 (7%) L(1%) | |11] 42
7 Eh 101/580 (17%) 93 (92%) 7 (7%) 1 (1%) 12| 44
7 Ei 101/580 (17%) 93 (92%) 8 (8%) 0 | 100
7 Ej 101/580 (17%) 90 (89%) | 10 (10%) | 1 (1%) 12| 44
7 Ek 81/580 (14%) 74 (91%) 7 (9%) 0 100 | | 100

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
7 El 88/580 (15%) 83 (94%) 5 (6%) 0 |
7 Em 87/580 (15%) 82 (94%) 5 (6%) 0 |
7 En 85/580 (15%) 81 (95%) 4 (5%) 0 |
7 | Eo 88/580 (15%) 80 (91%) | 8 (9%) 0 100 | 100]
7 Ep 112/580 (19%) 106 (95%) 5 (4%) 1 (1%)

7 Eq 112/580 (19%) 98 (88%) | 13 (12%) | 1 (1%) 14] 46
7 Er 112/580 (19%) 103 (92%) 8 (7%) 1 (1%) 14| 46
7 Es 101/580 (17%) 95 (94%) 4 (4%) 2 (2%)

7 Et 112/580 (19%) 104 (93%) 6 (5%) 2 (2%)

7 | Eu 142580 (24%) 138 (97%) | 4 (3%) 0 100] [100] |
7 Ev 142/580 (24%) 138 (97%) 4 (3%) 0 |
7 | Ew 142/580 (24%) 138 (97%) | 4 (3%) 0 100 [ 100]
7 Ex 142/580 (24%) 138 (97%) 4 (3%) 0 |
7 | By 142/580 (24%) 138 (97%) | 4 (3%) 0 100 | 100}
7 Ez 142/580 (24%) 139 (98%) 3 (2%) 0 |
8 b 105/131 (80%) 104 (99%) 1 (1%) 0 |
8 c 103/131 (79%) 102 (99%) | 1 (1%) 0 100 [ 100}
8 d 105/131 (80%) 103 (98%) 2 (2%) 0 |
8 e 104/131 (79%) | 104 (100%) 0 0 100 | 100}
8 f 104/131 (79%) 103 (99%) | 1 (1%) 0 100 [100]
9 g 126,137 (92%) 122 (97%) | 4 (3%) 0 100 | 100}
9 h 126,/137 (92%) 123 (98%) 3 (2%) 0 |
9 i 126/137 (92%) 122 (97%) 3 (2%) 1 (1%)

9 i 126,137 (92%) 125 (99%) | 1 (1%) 0 [100] [100]
9 k 126/137 (92%) 120 (95%) 6 (5%) 0 |
9 1 126137 (92%) 121 (96%) | 5 (4%) 0 100 | 100]
10 | m 246,249 (99%) 242 (98%) | 4 (2%) 0 100 [ 100]
10 | n 246,249 (99%) 242 (98%) | 4 (2%) 0 [100] [ 100}
10 0 246/249 (99%) 241 (98%) 5 (2%) 0 |
10 246,/249 (99%) 242 (98%) | 4 (2%) 0 100 ] [100]
10 246,/249 (99%) 240 (98%) 6 (2%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 r 70/103 (68%) 0 (100%) 0 0 100 ] [100]
11 s 78/103 (76%) 8 (100%) 0 0 100 | 100}
1 ¢ 78/103 (76%) T7(99%) | 1(1%) 0 100 [100]
11 u 70/103 (68%) 69 (99%) | 1 (1%) 0 |
11 v 70/103 (68%) 69 (99%) | 1 (1%) 0 100 [ 100]
n | w 38,103 (37%) 38 (100%) 0 0 100 ] [100]
12 | x 69/376 (18%) 69 (100%) 0 0 (100 | 100}
13 | A8 350/377 (93%) 346 (99%) | 4 (1%) 0 100 ] [100]
13 Bl 350/377 (93%) 346 (99%) 4 (1%) 0 |
13 | B6 350/377 (93%) 346 (99%) | 4 (1%) 0 100 [ 100]
13 | BT 350/377 (93%) 346 (99%) | 4 (1%) 0 100 ] [100]
13 | BC 350/377 (93%) 346 (99%) | 4 (1%) 0 100 [ 100]
13 | BH 350/377 (93%) 346 (99%) | 4 (1%) 0 100 ] [100]
13 | BM 350/377 (93%) 346 (99%) 4 (1%) 0 |
13 | BR 350/377 (93%) 346 (99%) | 4 (1%) 0 100 [100]
13 | BW 350/377 (93%) 346 (99%) | 4 (1%) 0 [100] [ 100}
13 | Bb 350/377 (93%) 346 (99%) | 4 (1%) 0 100 [ 100}
13 | Bg 350/377 (93%) 346 (99%) | 4 (1%) 0 100 ] [100]
13 Bl 350/377 (93%) 346 (99%) 4 (1%) 0 |
13 | Bq 350/377 (93%) 346 (99%) | 4 (1%) 0 100 [100]
13 | Bv 350/377 (93%) 346 (99%) | 4 (1%) 0 100 | 100}
13 C3 350/377 (93%) 346 (99%) 4 (1%) 0 |
13 C8 350/377 (93%) 346 (99%) 4 (1%) 0 |
13 CB 350/377 (93%) 346 (99%) 4 (1%) 0 |
13 CJ 350/377 (93%) 346 (99%) 4 (1%) 0 |
13 CcO 350/377 (93%) 346 (99%) 4 (1%) 0 |
13 | cr 350/377 (93%) 346 (99%) | 4 (1%) 0 100 [ 100]
13 | ¢y 350/377 (93%) 346 (99%) | 4 (1%) 0 [100] [ 100}
13 Cd 350/377 (93%) 346 (99%) 4 (1%) 0 |
13 | G 350/377 (93%) 346 (99%) | 4 (1%) 0 100 ] [100]
13 | Cn 350/377 (93%) 346 (99%) | 4 (1%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
15 | B9 9/143 (6%) 9 (100%) 0 0 100 ] [100]
15 | BE 9/143 (6%) 9 (100%) 0 0 100 | 100}
15 | BJ 9/143 (6%) 9 (100%) 0 0 100 [100]
15 | BO 9/143 (6%) 9 (100%) 0 0 100 | 100]
15 | BT 9/143 (6%) 9 (100%) 0 0 100 [ 100]
15 | BY 9/143 (6%) 9 (100%) 0 0 100 ] [100]
15 Bd 9/143 (6%) 9 (100%) 0 0 |
15 | Bi 9/143 (6%) 9 (100%) 0 0 100 ] [100]
15 | Bn 9/143 (6%) 9 (100%) 0 0 100 | 100]
15 | Bs 9/143 (6%) 9 (100%) 0 0 100 [ 100]
15 | Bx 9/143 (6%) 9 (100%) 0 0 100 ] [100]
15 | Co 9/143 (6%) 9 (100%) 0 0 100 [ 100]
15 C5 9/143 (6%) 9 (100%) 0 0 |
15 | ¢D 9/143 (6%) 9 (100%) 0 0 100 | 100}
15 | CL 9/143 (6%) 9 (100%) 0 0 100 [100]
15 | CQ 9/143 (6%) 9 (100%) 0 0 [100] [ 100}
15 | cv 9/143 (6%) 9 (100%) 0 0 100 [ 100}
15 | Ca 9/143 (6%) 9 (100%) 0 0 100 ] [100]
15 | Ct 9/143 (6%) 9 (100%) 0 0 100 | 100}
15 | Ck 9/143 (6%) 9 (100%) 0 0 100 [100]
15 | Cp 9/143 (6%) 9 (100%) 0 0 100 | 100}
15 | Cu 9/143 (6%) 9 (100%) 0 0 (100 [ 100]
15 | Cz 9/143 (6%) 9 (100%) 0 0 100 ] [100]
16 | A6 11/13 (85%) 9(82%) | 2 (18%) 0 100 | 100}
16 | BO 11/13 (85%) 0 (82%) | 2 (18%) 0 100 ] [100]
16 | B4 11/13 (85%) 9 (82%) | 2 (18%) 0 100 | 100]
16 | BA 11/13 (85%) 0 (82%) | 2 (18%) 0 100 [ 100]
16 | BF 11/13 (85%) 0 (82%) | 2 (18%) 0 [100] [ 100}
16 | BK 11/13 (85%) 0 (82%) | 2 (18%) 0 100 [ 100}
16 | BP 11/13 (85%) 0 (82%) | 2 (18%) 0 100 ] [100]
16 | BU 11/13 (85%) 9 (82%) | 2 (18%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
16 | BZ 11/13 (85%) 0 (82%) | 2 (18%) 0 100 ] [100]
16 | Be 11/13 (85%) 9(82%) | 2 (18%) 0 100 | 100}
16 | B 11/13 (85%) 0 (82%) | 2 (18%) 0 100 [100]
16 | Bo 11/13 (85%) 0 (82%) | 2 (18%) 0 100 | 100]
16 | Bt 11/13 (85%) 0 (82%) | 2 (18%) 0 100 [ 100]
16 | By 11/13 (85%) 0 (82%) | 2 (18%) 0 100 ] [100]
16 | C1 11/13 (85%) 9(82%) | 2 (18%) 0 (100 | 100}
16 | C6 11/13 (85%) 0 (82%) | 2 (18%) 0 100 ] [100]
16 | CE 11/13 (85%) 9(82%) | 2 (18%) 0 100 | 100]
16 | CH 11/13 (85%) 0 (82%) | 2 (18%) 0 100 [ 100]
16 | CM 11/13 (85%) 0 (82%) | 2 (18%) 0 100 ] [100]
16 | CR 11/13 (85%) 9(82%) | 2 (18%) 0 100 [ 100]
16 | CW 11/13 (85%) 0 (82%) | 2 (18%) 0 100 ] [100]
16 | Cb 11/13 (85%) 9 (82%) | 2 (18%) 0 100 | 100}
16 | Cg 11/13 (85%) 9 (82%) | 2 (18%) 0 100 [100]
6 | Cl 11/13 (85%) 0 (82%) | 2 (18%) 0 [100] [ 100}
16 | Cq 11/13 (85%) 0 (82%) | 2 (18%) 0 100 [ 100}
16 | Cv 11/13 (85%) 0 (82%) | 2 (18%) 0 100 ] [100]
16 | DO 11/13 (85%) 6 (54%) | 4(36%) | 1(9%)

17 A7 281/363 (77%) 275 (98%) 6 (2%) 0 | |
17 | B5 281/363 (77%) 275 (98%) | 6 (2%) 0 100 | 100}
17 BB 281/363 (77%) 275 (98%) 6 (2%) 0 |
17 | BG 281/363 (77%) 275 (98%) | 6 (2%) 0 100 ] [100]
17 BL 281/363 (77%) 275 (98%) 6 (2%) 0 |
17 | BQ 281/363 (77%) 275 (98%) | 6 (2%) 0 100 ] [100]
17 BV 281/363 (77%) 275 (98%) 6 (2%) 0 |
17 Ba 281/363 (77%) 275 (98%) 6 (2%) 0 |
17 | Bt 281/363 (77%) 275 (98%) | 6 (2%) 0 [100] [ 100}
17 Bk 281/363 (77%) 275 (98%) 6 (2%) 0 |
17 | Bp 281/363 (77%) 275 (98%) | 6 (2%) 0 100 ] [100]
17 | Bu 281/363 (77%) 275 (98%) | 6 (2%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
17 | B 281/363 (77%) 275 (98%) | 6 (2%) 0 100 ] [100]
17 C2 281/363 (77%) 275 (98%) 6 (2%) 0 |
17 C7 281/363 (77%) 275 (98%) 6 (2%) 0 |
17 | caA 281/363 (77%) 275 (98%) | 6 (2%) 0 100 | 100]
17 CF 281/363 (77%) 275 (98%) 6 (2%) 0 |
17 | cr 281/363 (77%) 275 (98%) | 6 (2%) 0 100 ] [100]
17 CN 281/363 (77%) 275 (98%) 6 (2%) 0 |
17 | s 281/363 (77%) 275 (98%) | 6 (2%) 0 100 ] [100]
17 CX 281/363 (77%) 275 (98%) 6 (2%) 0 |
17 Ce 281/363 (77%) 275 (98%) 6 (2%) 0 |
17 | Ch 281/363 (77%) 275 (98%) | 6 (2%) 0 100 ] [100]
17 | Cm 281/363 (77%) 275 (98%) | 6 (2%) 0 100 [ 100]
17 | Cr 281/363 (77%) 275 (98%) | 6 (2%) 0 100 ] [100]
17 Cw 281/363 (77%) 275 (98%) 6 (2%) 0 |
18 CG 268/293 (92%) 259 (97%) 9 (3%) 0 |
18 DA 269/293 (92%) 267 (99%) 2 (1%) 0 |
18 DD 268/293 (92%) 259 (97%) 9 (3%) 0 |
18 DE 269/293 (92%) 267 (99%) 2 (1%) 0 |
18 DH 268/293 (92%) 259 (97%) 9 (3%) 0 |
18 DI 269/293 (92%) 267 (99%) 2 (1%) 0 |
18 | DL 268,/293 (92%) 259 (97%) | 9 (3%) 0 100 | 100}
18 | DM 269/293 (92%) 267 (99%) 2 (1%) 0 |
18 DP 268/293 (92%) 259 (97%) 9 (3%) 0 |
18 DQ 269/293 (92%) 266 (99%) 3 (1%) 0 |
18 DT 268/293 (92%) 259 (97%) 9 (3%) 0 |
18 DU 269/293 (92%) 267 (99%) 2 (1%) 0 |
18 DX 268/293 (92%) 259 (97%) 9 (3%) 0 |
18 DY 269/293 (92%) 267 (99%) 2 (1%) 0 |
18 Db 268/293 (92%) 259 (97%) 9 (3%) 0 |
18 Dc 269/293 (92%) 266 (99%) 3 (1%) 0 |
18 Df 268,/293 (92%) 259 (97%) 9 (3%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
18 Dg 269/293 (92%) 267 (99%) 2 (1%) 0 |
18 Dj 268/293 (92%) 259 (97%) 9 (3%) 0 |
18 Dk 269/293 (92%) 267 (99%) 2 (1%) 0 |
18 | Dn 268,/293 (92%) 259 (97%) | 9 (3%) 0 100 | 100]
18 Do 269/293 (92%) 266 (99%) 3 (1%) 0 |
18 Dr 268/293 (92%) 259 (97%) 9 (3%) 0 |
18 Ds 269/293 (92%) 267 (99%) 2 (1%) 0 |
18 Dv 268/293 (92%) 259 (97%) 9 (3%) 0 |
18 Dw 269/293 (92%) 267 (99%) 2 (1%) 0 |
19 | DB 177/211 (84%) 170 (96%) 6 (3%) 1 (1%)

19 DC 177/211 (84%) 172 (97%) 5 (3%) 0 100] M
19 DF 177/211 (84%) 170 (96%) 6 (3%) 1 (1%) 21| 55
19 DG 177/211 (84%) 172 (97%) 5 (3%) 0 100] M
19 DJ 177/211 (84%) 170 (96%) 6 (3%) 1 (1%) 21| 55
19 | DK 177/211 (84%) 172 (97%) 5 (3%) 0 100 ] | 100
19 | DN 177/211 (84%) 170 (96%) 6 (3%) 1 (1%) 21| 55
19 | DO 177/211 (34%) 172 (97%) | 5 (3%) 0
19 | DR 177/211 (84%) 170 (96%) 6 (3%) 1 (1%) 21| 55
19 DS 177/211 (84%) 172 (97%) 5 (3%) 0 | 100
19 | DV 177/211 (84%) 170 (96%) 6 (3%) 1 (1%) 21| 55
19 | pw 177/211 (34%) 172 (97%) | 5 (3%) 0
19 DZ 177/211 (84%) 170 (96%) 6 (3%) 1 (1%) 21| 55
19 Da 177/211 (84%) 172 (97%) 5 (3%) 0 lﬂ 100
19 Dd 177/211 (84%) 170 (96%) 6 (3%) 1 (1%) 21| 55
19 De 177/211 (84%) 172 (97%) 5 (3%) 0 100 ] | 100
19 Dh 177/211 (84%) 170 (96%) 6 (3%) 1 (1%) 21| 55
19 Di 177/211 (84%) 172 (97%) 5 (3%) 0 100 | 100
19 DI 177/211 (84%) 170 (96%) 6 (3%) 1 (1%) 21| 55
19 | Dm 177/211 (84%) 172 (97%) 5 (3%) 0 | 100
19 Dp 177/211 (84%) 170 (96%) 6 (3%) 1 (1%) 21| 55
19 Dq 177/211 (84%) 172 (97%) 5 (3%) 0 100 1 100
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
19 Dt 177/211 (84%) 170 (96%) 6 (3%) 1 (1%)
19 Du 177/211 (84%) 172 (97%) 5 (3%) 0
19 Dx 177/211 (84%) 170 (96%) 6 (3%) 1 (1%)
19 Dy 177/211 (84%) 172 (97%) 5 (3%) 0
20 D6 10/13 (77%) 4 (40%) 5(50%) | 1 (10%)
20 D7 7/13 (54%) 3 (43%) 4 (57%) 0
20 DS 8/13 (62%) 8 (100%) 0 0
20 D9 8/13 (62%) 3 (38%) 3(38%) | 2 (25%)
21 | EA 15,17 (88%) 15 (100%) 0 0 (100 | 100]
21 EB 15/17 (88%) 15 (100%) 0 0 |
21 | EC 15/17 (88%) 15 (100%) 0 0 100 ] [100]
21 | ED 15/17 (88%) 15 (100%) 0 0 100 [ 100]
21 EE 15/17 (88%) 15 (100%) 0 0 |
21 | EF 15/17 (88%) 15 (100%) 0 0 100 | 100}
All | ALl | 70998/115790 (61%) | 69020 (97%) | 1880 (3%) | 98 (0%)

5 of 98 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
Al 50 ALA
A2 50 ALA
Aq 50 ALA
Ar 49 ASN
Ar 50 ALA

(o) Ne)] Her] Ne)] Nep)

5.3.2 Protein sidechains ()

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 0 149/167 (89%) 145 (97%) 4 (3%) 39 66
1 9 149/167 (89%) 148 (99%) 1 (1%) 76 |81
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 1 181/247 (73%) 175 (97%) 6 (3%) 33 63
2 2 182/247 (74%) 176 (97%) 6 (3%) 33 63
2 3 182/247 (74%) 177 (97%) 5 (3%) 39 66
2 y 182/247 (74%) 175 (96%) 7 (4%) 29 60
2 z 182/247 (74%) 175 (96%) 7 (4%) 29 60
3 4 80/80 (100%) 77 (96%) 3 (4%) 29 60
3 5 80/80 (100%) 77 (96%) 3 (4%) 29 60
3 6 80/80 (100%) 75 (94%) 5 (6%) 16| 46
3 7 80/80 (100%) 79 (99%) 1 (1%) 61 |75
4 8 204/218 (94%) 194 (95%) 10 (5%) 22 53
5 A 218/218 (100%) 214 (98%) 4 (2%) b1 72
5 AP 218/218 (100%) 214 (98%) 4 (2%) 51 72
5 AQ 218/218 (100%) 211 (97%) 7 (3%) 34 63
D AR 206/218 (94%) 200 (97%) 6 (3%) 37 64
5 AS 206/218 (94%) 200 (97%) 6 (3%) 37 64
5 AT 207/218 (95%) 200 (97%) 7 (3%) 32 62
5 AU 206/218 (94%) 202 (98%) 4 (2%) 50 71
5 AV 206/218 (94%) 199 (97%) 7 (3%) 32 62
D AW 218/218 (100%) 213 (98%) 5 (2%) 44 68
5 AX 218/218 (100%) 212 (97%) 6 (3%) 38 65
5 AY 218/218 (100%) 213 (98%) 5 (2%) 44 68
5 AZ 218/218 (100%) 213 (98%) 5 (2%) 44 68
5 Aa 218/218 (100%) 215 (99%) 3 (1%) 29 75
5 B 218/218 (100%) 213 (98%) 5 (2%) 44 68
5 C 218/218 (100%) 211 (97%) 7 (3%) 34 63
5 P 218/218 (100%) 211 (97%) 7 (3%) 34 63
5 Q 218/218 (100%) 212 (97%) 6 (3%) 38 65
5 R 218/218 (100%) 213 (98%) 5 (2%) 44 68
5 S 218/218 (100%) 213 (98%) 5 (2%) 44 68
5 T 218/218 (100%) 212 (97%) 6 (3%) 38 65
5 U 218/218 (100%) 212 (97%) 6 (3%) 38 65

Continued on next page...

WO RLDWIDE

AAAAAAAAAAAAAAA



wwPDB EM Validation Summary Report EMD-39790, 8Z60

Page 194

Continued from previous page...

n
]
=lo|lo|lo|lmo|lolonjlo|lao|on|lo|v|ca|loc|lo|lo|lon|lw|ow|lo|lo]lo|—lola|la|a[o|m|olo|m
MG676666665555555555556555555545
)
Plolololg|lo(t ol ||l vl dls]ldldld]lR]a]al-]Q
Bl || D |0 | N0 D F| O | N[N NN NN NN AN A o NN NN NN N
A
Hololelclelclslclslessls|sssslsmssslssssslsmss
e N RN R R N RN N N N I R R R R I R R R I R R R I R R R A A A R R R R A
= o N|w~|lo|lo|lw|n]|jlowo|lv|vn|o|lv|lo|w|lv|lo|lao|o|~|w]|w|N| oo
.w\m/\.o/\W\m/\olxmx\.0/\W\W/\W\W/\W\W\W\W\W/\W\M/\W\W\W/\W\W/\W\W\W\W\W/\W\W\W
SIXN XN XN XXX XX I XXX XXX |X|X|X|X|X|X|X|X
MMM M| M| M| |lo|lb|bh|D|lv|lo|n|lv|lb|lv|lo|lo|lv|O|lb|lw|n| ||| 2|0
Slo|lo|d|lo|lo|lalao|d|la|ld|d || ||| ||| ||| | ||| |D
a(((((((((((((((((((((((((((((((
sl ~|la|+|d|lo|la|lol~|ln]|lolaololo|laolaolo|lao|lo|l—~|lao|lv|lw|l|~|lo|lo|a]| o
Ol v | m|d || ||| | DD|F || F I FISF|F|FISF|I S|P o|F|F|F|F |||
glaja|ja|alaca|d | ool ool o|ololod|o|od|o|o|oio(o|m|o] oo
Ol el el clelclclclelclclSlelclclelclclSle
NI XN|IX XN | XX IX | XXX [X| XXX XXX XXX XXX X[ XXX | XXX
clo|lo|loc|o|lolo|lo|lo|lojloco|o|lolo|lo|lo|lo|lo|lo|lolojlo|lo|locolo|o|lolojlo|lololo
I E=RR=RE=1R=RR=RE=1R=RR=RR=RE=RR=RR=RE=NR=RE=RR=RR=RR=RR=R =N R=RR=RR=1R=ER=RR=1R=NE=RE=RR=1R=
n|l— || |||~ |||~ ] [~~~ | || | |
Y((((((/I\((((((((((((((((((((((((
m|lo|o|o|lo|lo|lo|lvo|lv| v lvo|lv|lv|lv|lv|lo|lv| v lv|lo|lvw v lv|lo|lv|lvw|lv|lv|lvw|lvw|v|®
| A=A A | A ||| O | ||| ||| ||| ||| |oO|loc|o|oO|oc|lo|o|O|D
= IS T IR S I IS T B T B oS I I oS B e B I~ N B~ B o B I B B~ S e Sl s B R~ S B B B B R B [~ S B B B I~ B B S I B e B B~ S I B B B I~ B B Sl I
A///////////////////////////////
w|ow|w|lw|w|w ||| ||| ||| ||| ||| ||| |
| A A A ]| A | m || O ||| |o|lo|o|o|lo|lo|o|lo|lo|lo|lo|lo|o|o|lo|lo|lo]|lo]| O
N RS R RS RS RS R RS R R R R R e R e B R R e R e R e R e R e R e B R R e R e B R R e R e R e R R A e R e R e R e R e
= .
I | N |l T|O|H| DS =] =]~ gl o| &| T = |+ =2 =]|&
Y A R R R AR P ) DR B - R R Bl B =l Rl R =R R =R = ) o B A A R =R PR
@)
P
M05555556666666666666666666666666

Continued on next page...

WO RLDWIDE

SPDRB
b
PROTEIN DATA BANK



Page 195

wwPDB EM Validation Summary Report

Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
6 Ax 364/366 (100%) 347 (95%) 17 (5%) 23 55
6 Ay 364 /366 (100%) 349 (96%) 15 (4%) 27 58
6 Az 364 /366 (100%) 353 (97%) 11 (3%) 36 64
6 D 364 /366 (100%) 348 (96%) 16 (4%) 25 56
6 E 364 /366 (100%) 348 (96%) 16 (4%) 25 56
6 F 364 /366 (100%) 350 (96%) 14 (4%) 29 60
6 G 364 /366 (100%) 348 (96%) 16 (4%) 25 56
6 H 364 /366 (100%) 350 (96%) 14 (4%) 29 60
6 I 364 /366 (100%) 347 (95%) 17 (5%) 23 55
6 J 364 /366 (100%) 348 (96%) 16 (4%) 25 56
6 K 364 /366 (100%) 342 (94%) 22 (6%) 177 48
6 L 364 /366 (100%) 343 (94%) 21 (6%) 181 49
6 M 364/366 (100%) 342 (94%) 22 (6%) 177 48
6 N 364 /366 (100%) 346 (95%) 18 (5%) 22 53
6 O 364 /366 (100%) 349 (96%) 15 (4%) 27 58
7 AA 15/500 (3%) 14 (93%) 1 (7%) 151 45
7 AB 15/500 (3%) 14 (93%) )

7 AC 15/500 (3%) 15 (100%)

7 AD 15/500 (3%) 14 (93%)

7 AE 15/500 (3%) 15 (100%)

7 AF 17/500 (3%) 13 (76%)

7 AG 8/500 (2%) 8 (100%)

7 AH 8/500 (2%) 7 (88%)

7 Al 8/500 (2%) 8 (100%)

7 AJ 17/500 (3%) 16 (94%)

7 AK 18/500 (4%) 15 (83%)

7 AL 24/500 (5%) 23 (96%)

7 | Am 24/500 (5%) 24 (100%) 0 |
7 AN 24/500 (5%) 22 (92%) 2 (8%) 104 37
7 AO 24/500 (5%) 23 (96%) 1 (4%) 26 58
7 D1 128/500 (26%) 123 (96%) 5 (4%) 28 60
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
7 Eb 98/500 (20%) 86 (88%) 12 (12%) 21
7 Ec 93/500 (19%) 85 (91%) 8 (9%) 35
7 Ed 98/500 (20%) 89 (91%) 9 (9%) 8| 32
7 Ee 98/500 (20%) 89 (91%) 9 (9%) 8] 32
7 Ef 98/500 (20%) 93 (95%) 5 (5%) 21 52
7 Eg 81/500 (16%) 78 (96%) 3 (4%) 30 60
7 Eh 90/500 (18%) 84 (93%) 6 (7%) 15] 45
7 Ei 90/500 (18%) 81 (90%) 9 (10%) 29
7 Ej 90/500 (18%) 78 (87%) | 12 (13%) 18
7 Ek 75/500 (15%) 71 (95%) 4 (5%) 20 51
7 El 79/500 (16%) 72 (91%) 7 (9%) 91 33
7 Em 78/500 (16%) 73 (94%) 5 (6%) 16| 46
7 En 77/500 (15%) 72 (94%) 5 (6%) 151 46
7 Eo 79/500 (16%) 73 (92%) 6 (8%) 40
7 Ep 98/500 (20%) 88 (90%) 10 (10%) 28
7 Eq 98/500 (20%) 88 (90%) 10 (10%) 28
7 Er 98/500 (20%) 91 (93%) 7 (%) 13] 43
7 Es 89/500 (18%) 83 (93%) 6 (7%) 151 45
7 Et 98/500 (20%) 93 (95%) 5 (5%) 21 52
7 Eu 128/500 (26%) 123 (96%) 5 (4%) 28 60
7 Ev 128/500 (26%) 123 (96%) 5 (4%) 28 60
7 Ew 128/500 (26%) 123 (96%) 5 (4%) 28 60
7 Ex 128/500 (26%) 123 (96%) 5 (4%) 28 60
7 Ey 128/500 (26%) 123 (96%) 5 (4%) 28 60
7 Ez 128/500 (26%) 123 (96%) 5 (4%) 28 60
8 b 89/106 (84%) 88 (99%) 1 (1%) 65 |77
8 c 88/106 (83%) 86 (98%) 2 (2%) 44 68
8 d 89/106 (84%) 86 (97%) 3 (3%) 32 62
8 e 88/106 (83%) 85 (97%) 3 (3%) 32 62
8 f 88/106 (83%) 88 (100%) 0 100 § § 100
9 g 111/115 (96%) 106 (96%) 5 (4%) 24 56

Continued on next page...

WO RLDWIDE

AAAAAAAAAAAAAAA



wwPDB EM Validation Summary Report EMD-39790, 8Z60

Page 198

Continued from previous page...

n
] o
Sl N o|—H ||| S|olo|lo|l| O IS0 | || onm|on|omnon|lomlonom|om|m
MG455566677465716578777777777777
()
m1340427788664508158555555555555
Gl QI O F =] Qo JO) e [ Ao [0 10 10 10 10 10 (10 10 (10 10 10 (10
A
n
IS o oo oo o o iaoiao o iaiaolie Sl el el
LI X[ XXX 22| XXX | R[22 2% X NI N[ XXX | XX |X|X|IX|X|X|X|X|X|X
= NS Bt It RTINS QCHY QS Bt R IR BOCH IRl QU B BRCH RS Ba Rl ROl FQ RO Ra A B Ra BaA Ra R Fa A B Bai B
m48565566244231 — ||l vl |L]|w
.w\MV/O\O/OO\MV/O\MV/OO\I/\I/\I/\I/O\I/\I/\MV/O\WOO\MV/O\MV/OOOO\Mv/O
S R Y R S R RN Y S S S S R S S S I R S S A S S S S S A RS
RIS IR E S I I E R R E R E  E E I R E T E R T E I T I A T =S
4} (\/l\(\(q.\(\(
Ll m|lo|n]|o|lo|w|w|a| o Nn|jlo|ln|n||n|n| | n|n| || D m
|| ™| e Yol Yo
Sl2IS|S|2|2|2|2|2|5|58|B|2|8|2 (8|8 |B|Z|R|8|2|8|%|8|2|8|3|8|8|%|s
~ | | | /|
)))))OOOOO |~~~ | | N | N N N N /|
N I I A R R R R e e e e I R RS S S S S A S S S A S I I
clo|lo|lo|lo||EISISIEINIZTIENIENINIYN IR IR 0002 R DD R0 ®
IS ||| S ool ™ S| || ||| ||| D ||| D
e e T Vo T R Y N O VS IRV — — NS A RN RN RN RN R Sy N s B N Y R RS B R B R B
M Bl Bl Rl Bl Bl -l S A =S I s A A B B B A B B R R R R A B R B A R B A B R Bl B R Rl B B R B A B
gl |||~ ||| 0|00 |F|[N]|D[A|D|[ DD DA DA DD ||
///////////////////////////////
Al111144444366336888888888888888
= | == | =4[ 2T |C|O|C|v|o|nm|RB|lo|lo|o|lx|@|@| |||
— === ] =3I H|l A DA A DA A D H| A D H
=
op—-
= . ol l=lo|lxlOlD|S|le|lz|lo] 0 =]
hh1Jk1mnoPQrstuwaABBBBBBBBBBBBB
@)
—_
09999900000111111233333333333333
M R T R e T R e Y R e O R e T R e T R e T R e Y R e Y R o T I e T I o Y R e Y R s O R e T R e T R e T R e R e N R e N O e Y R e T R e T R e T R e B IR |

Continued on next page...

WO RLDWIDE
PROTEIN DATA BANK



wwPDB EM Validation Summary Report EMD-39790, 8Z60

Page 199

Continued from previous page...

n

]

Bl RO o e T R~ o i Ao R I B HE e R RS R H e R Mo R RE~o S oo T o R B NS REoe S Mo R IR ~e R Aol B HE~ o i e o S Mo R Mo ol T (R~ R AE~o R i i)
m7777777777777777777777777777777
Q

Ploj/viviviv iV v V| V]| V| V|| ][] W[ 101010101 |1 ||| 10|10 |10 [0 [0 |10
Sl |0 [ [ [ d [ [ ad [ [ ad [ d [ [ ad [0 [ [ S [ ad [ [ [aed [ [ ad [ [aed [ad [ [aed [ [d [ [ad |
A

)

A S oo oo ol aiaoico ol oo i i asioico el aicoiao oo ic o laoiao s iaoiaoie
A R RS S B DS B D D P DO DS P DO DS S DS DS S DS DS S DS DS P DS DS S DS DS DS PN
Slalalala|alalalaalalala|alalmlajalalalaajlalaliaiajalalalajala
u(((((((((((((((((((((((((((((((
S R R R Rl Rl R Rl Rl RN Rl N Rch B o N Hch ool ach Bocl Kcl B Ich loch Icl Hach Boch el Bl Iocl loch loc
.w\m/\W\W\m/\.ol\m/\ol\W\W/\W\W/\W\M/\W\W\W/\W\M/\W\W\W/\W\W\W\W\W\W\W/\W\M/\W
S NN N Y Y Y Y Y Y Y B N N S S R R R Y S Y N N N N R RS R
0| |ow|w|w|w|w|xw|w|w|xw|w|w|w||w|w|xw|w|w|w|xw|w|w|xw|w|w|xw|w]|ow|ow
gl ||| ||| ||| ||| ||| ||| ||| |||
a(((((((((((((((((((((((((((((((
Ll ||| ||| n|nnjlolo|-|lolocjlo|lololojlolo|lo|lo|lololololol|o
ol ||| DD ||| || S|0o|0|xw|0|0|0|0|0|0|0|0|0|0|0|0|x0|0|0| 0
dqqW/VWO/MU/WWW/VWWWW/W/W/WWW/W/WO/V?VW/W/V?V
el Rl R R A R A R R R R R R Rl R R A e A R R e R R A R R R A R R N R R N R N R R A R R R R R R B
QIS DD ||| |D|SD S| D|D|SD |0 |0 |0|00 |0 [0 |0]|00 |0 |0 |0|00 |0 |0 |00 |0 |0 |0
S— | ~~ | Y~ | ~ | ~ |~ | ~ | | ~ |~ |~ | ~ | | ~ | ~ | ~ | |~ ~ | ~ | | ~ |~~~ ~| | Y~ Y~ | | ~
Zlalalalalalalalalalalcalcalw|o|vw|v|w|lwo|vo|lvlw|w|lo|w|w|w|w|wlo]io]n
L R A R R R e e R R R R R R R A R RN A RN A RN A RN A RN B RN R RN R RN R R R S R RS R S R S R S R
B e e [ e e e e e e e e e e e e e e Il e I e [ B [l e e N
| 0| 0| w|w|w|w|w|w|w|w|w|w|d|n ||| D ||| ||| ||| »
S| o ||| ||| S |00 |0|0 ||| ]|0|d|0|0|0 ||| 0|0
=

Sl || A m|O|H|>|T|=|l8le|lHl|ld|lojlalolAl=m|lmal|[XK|lolgd| Bl =l |0O| |~
SO0 |o|O|O|o|lo|o|P|o|ID|ID|ad|< R AN AMAMAMAAA|IO|IO|ID|O]|O
@)

P

Olm || ||| | mw|ow|od|od ||| H || ||| ||| | | << | | | <
Mlll1111111111111111111111111111

Continued on next page...

WO RLDWIDE
PROTEIN DATA BANK



wwPDB EM Validation Summary Report EMD-39790, 8Z60

Page 200

Continued from previous page...

n
]
Bl RSN Rl T EE~o R RE~o R o o)
m7777777
]
Plolwv|wlwlw|w |1
Sl | [ [ [ d [ |
A
")
A S oo oo ol aiaoico ol oo i i asioico el aicoiao oo ic o laoiao s iaoiaoie
A R RS S B DS P D RS DS D DS S DS S DS DS DS DS DS DS S DS D S DS D S DS DS DS DS
el B B R R R R B R R R R R R R R R A A R R R R T R R R R R A R )
SN~ |~ | ~ | |~ | |~ | | |~~~ |~~~ | | V|~~~ | |~ |~~~ |~ |~~~ ~—| ~—~
Ou3333333111111111111111111111111
.m%/%%m/o/%%/%@@@@@@@@@@@@@@@@@@@@@@@@
B E R R R R R R R R R R B R R R R R R R R R R R B R R R R
mn(v\n(v\mow\n(v\@\n(v\n(v\999999999999999999999999
a S~ ~ | ~ | | ~ | | | | V|~ | | | | |~ | | ~ | — | ~ | ~ | ~ | ~| ~—| ~—
vlo|lojlo|lolo|lo|o
olo|lo|lo|lo|lo|lo|lo|lo|lo|lo|lo|lo|lo|lo|lo|lo|lo|lo|lo|loc|lo|lo|o
~—~ |~~~ N /N /|
RNIX| XXX XXl clclclclcIclccle
Bl | | bbb b | XXX ||| XXX XXX XXX X|X|X|X|X| XX
A AR A R R A R R R R R R R R R R R e R R R e e R s T A A A T R R =)
S~ | ~ | ~ | | | | | V|~ |~~~ Y| | Y| V| V|~ | |~~~ |~~~ ~ | ~| ~—| ~—~—
e BT I Y R BT BV Y e Bl Il I I I e e B el Rl R A R A A A A A A A P A A A
gl | 2| = | = =22 2| NN NN NN NN|A| N NN NN NN ||V
n2222222111111111111111111111111
B e e [ e e e e O I e e e e e e e e B B Y ) e e e e (N I
(ool e Ol BNe o NN Ieo'o NN e o NN e o N e o NN IR —— T AR T A N A T O O O R O O T R T T O O R R O O T O T R T R T I O R T e T R T R T I I
| | | [ | |
a
.-
gl |IN|o |~ o+ m|lowvw|m|lo@|m|O|H|>M|T|lz|l sl ®lolvl Al Q|| 8|2
%CCCCCCCAABBBBBBBBBBBBCCCCCCCCCC
—_
Ol || ||| ||| ojlv/vlv|lv|vjlvjviviv|v|lv| | | |||V ||WL|L|W1D
M1111111111111111111111111111111

Continued on next page...

1 DE
LPDB
PROTEIN DATA B K

W O R L D

AN



wwPDB EM Validation Summary Report EMD-39790, 8Z60

Page 201

Continued from previous page...

n
]
b= I R T N T R B A B B B A B A o i A Y s ) RS Y S Y o T B T e T T e B o B o o o ) M Y o B A B
m3377777777777776777777777777565
Q
g ool v|v| ol F| ol &]d]N
A
m ~—~ ~—~
AR S N S S S S S S S S S S S S S S R SNSRI S St st
....I.U.9922222222222222222222222222%\4%\
u(((((((((((((((((((((((((((( N~—
01144444444444445444444444444H9H
.w\l/\)\0}\m/\.0/\m/\.0/\M/\W/\W\W/\W\M/\W\W\W/\W\M/\W\W\W/\W\W\W\W\W/\W\W/\W\M/\W
=
IREEEEEBEEBEEEEEEBEEEEEEBEEEEREE
— |
m9999999999999999999999999999999
a(((((((((((((((((((((((((((((((
Clololololo|lolo|lo|lo|lolo|lololololojlolololololo|lolo|lolo|lo|lo|t| = |
Sl = = RN RN RN RN RN B RN B A BN R R R RN RN R R BN R RN BN R RN BN R RN BN A RN A BN A RN R B BN N R Y
o NININIANIANIANININININIANININ|NININININININIANINININININININA
~—~~| -~~~ |~~~ |~~~ |~~~ | N N NN /N /N
A S RN R RN R N Y R N N N N Y N Y N R N R S N S R R
= B R R R R R R R R R R R R R R R A R R R R B R R N R R A R R R
A A A A A S A S A S A A S A S A A A A S A RS A A A A R A R
S~ ~ | ~ | ~~ | | | V| | ~ | |~ | | | V| V| | V| | V| |~ |~ |~ |~ ~— | ~——| ~~
Dl || w|w|v|lv|lv]|/v]|v|lv|v|v|lv|v|v|v]|v|v|lv|v]|v|lv|lv|v]|v|lv|lv|lwv|lo|lo]|o
S|l N | N[O ||| 0| 0|00 | ||| ||| | ||| ||| D |D|D
=l Rl Rl RN E N R A B B B oS T B B I I o B N T B I BN T S I BN T S N I N T RN I T BN T IS T BN RN T BN IS T RS B
I I e T [ I R [ I i e e e A [ R [ I e (S e [ I e e B e e e N
|| = |F || F || S| S| F || F ||| || F|FF | F | F || F || F oo
— |-l |ld|lad|lalaladladalalalalalalalalaldladalaldaldIdldNHITF|R
NININININIANININININIANININ]ININIANININININIANINININ(ANIAN|da A
= .
Sl I N~ m|U|R|C|lr|s|lw|lMd|lalsn|lal|ldE|l=m|lZzln| X oo “|lB2lU|l< O
SlOo| Ol malmA|mRARAmmAmAR|OlO|lo|lo|lClo|O|lolC|o|olPlo|Dlaln
@)
P
OQlw | w =~~~ |~ |~ |||~~~ ||~~~ |||~ |~ |D|D|D~|D~|D~|00]|00]| 0
Mlll1111111111111111111111111111

Continued on next page...

WO RLDWIDE
PROTEIN DATA BANK



Page 202

wwPDB EM Validation Summary Report

EMD-39790, 8260

Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
18 DE 240/260 (92%) 231 (96%) 9 (4%) 29 60
18 DH 239/260 (92%) 227 (95%) 12 (5%) 22 53
18 DI 240/260 (92%) 231 (96%) 9 (4%) 29 60
18 DL 239/260 (92%) 227 (95%) 12 (5%) 22 53
18 DM 240/260 (92%) 231 (96%) 9 (4%) 29 60
18 DP 239/260 (92%) 227 (95%) 12 (5%) 22 53
18 DQ 240/260 (92%) 231 (96%) 9 (4%) 29 60
18 DT 239/260 (92%) 227 (95%) 12 (5%) 22 53
18 DU 240/260 (92%) 231 (96%) 9 (4%) 29 60
18 DX 239/260 (92%) 227 (95%) 12 (5%) 22 53
18 DY 240/260 (92%) 231 (96%) 9 (4%) 29 60
18 Db 239/260 (92%) 227 (95%) 12 (5%) 22 53
18 Dc 240/260 (92%) 231 (96%) 9 (4%) 29 60
18 Df 239/260 (92%) 227 (95%) 12 (5%) 22 53
18 Dg 240/260 (92%) 231 (96%) 9 (4%) 29 60
18 Dj 239/260 (92%) 227 (95%) 12 (5%) 22 53
18 Dk 240/260 (92%) 231 (96%) 9 (4%) 29 60
18 Dn 239/260 (92%) 227 (95%) 12 (5%) 22 53
18 Do 240/260 (92%) 231 (96%) 9 (4%) 29 60
18 Dr 239/260 (92%) 227 (95%) 12 (5%) 22 53
18 Ds 240/260 (92%) 231 (96%) 9 (4%) 29 60
18 Dv 239/260 (92%) 227 (95%) 12 (5%) 22 53
18 Dw 240/260 (92%) 231 (96%) 9 (4%) 29 60
19 DB 151/175 (86%) 144 (95%) 7 (5%) 24 56
19 DC 151/175 (86%) 143 (95%) 8 (5%) 20 51
19 DF 151/175 (86%) 144 (95%) 7 (5%) 24 56
19 DG 151/175 (86%) 143 (95%) 8 (5%) 20 51
19 DJ 151/175 (86%) 144 (95%) 7 (5%) 24 56
19 DK 151/175 (86%) 143 (95%) 8 (5%) 20 51
19 DN 151/175 (86%) 145 (96%) 6 (4%) 28 59
19 DO 151/175 (86%) 143 (95%) 8 (5%) 20 51

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
19 DR 151/175 (86%) 144 (95%) 7 (5%) 24 56
19 DS 151/175 (86%) 143 (95%) 8 (5%) 20 51
19 DV 151/175 (86%) 144 (95%) 7 (5%) 24 56
19 DW 151/175 (86%) 143 (95%) 8 (5%) 20 51
19 DZ 151/175 (86%) 144 (95%) 7 (5%) 24 56
19 Da 151/175 (86%) 143 (95%) 8 (5%) 20 51
19 Dd 151/175 (86%) 144 (95%) 7 (5%) 24 56
19 De 151/175 (86%) 143 (95%) 8 (5%) 20 51
19 Dh 151/175 (86%) 144 (95%) 7 (5%) 24 56
19 Di 151/175 (86%) 143 (95%) 8 (5%) 20 51
19 Dl 151/175 (86%) 145 (96%) 6 (4%) 28 59
19 Dm 151/175 (86%) 143 (95%) 8 (5%) 20 51
19 Dp 151/175 (86%) 144 (95%) 7 (5%) 24 56
19 Dq 151/175 (86%) 143 (95%) 8 (5%) 20 51
19 Dt 151/175 (86%) 144 (95%) 7 (5%) 24 56
19 Du 151/175 (86%) 143 (95%) 8 (5%) 20 51
19 Dx 151/175 (86%) 145 (96%) 6 (4%) 28 59
19 Dy 151/175 (86%) 143 (95%) 8 (5%) 20 51
All All 60386,/97839 (62%) | 58279 (96%) | 2107 (4%) 32 61

5 of 2107 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
7 ET 395 THR
7 Ea 194 ARG
7 ET 380 THR
7 Ez 395 THR
6 O 53 THR

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 1904
such sidechains are listed below:

Mol | Chain | Res | Type
5 T 51 GLN
7 EM 305 GLN
13 CB 156 GLN

Continued on next page...
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Mol | Chain | Res | Type
7 D5 445 ASN
7 E2 305 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

9 ligands are modelled in this entry.

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
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 | ' RMSZ | 47| > 2| Counts | RMSZ | #]Z| > 2
22 | PGT | e | 202 | - |50,5050 | 0.33 0 53,56,56 | 0.45 0
23 | XKP | v | 201 | - |313132] 037 0 31,36,37 | 0.49 0
23 | XKP | s | 201 | - |3131,32] 037 0 34,3637 | 0.35 0
23 | XKP | t | 201 | - |31,31,32] 037 0 34,36,37 | 0.38 0
22 | PGT | 2 | 301 | - |[505050 | 0.1 0 53,56,56 | 0.46 0
22 | PGT | t | 202 | - |50,50,50 | 0.30 0 53,56,56 | 0.37 0
22 | PGT | v | 202 | - |505050 | 0.30 0 53,56,56 | 0.38 0
23 | XKP | u | 201 | - |31,31,32] 0.8 0 31,36,37 | 0.43 0
23 | XKP | e | 201 | - |31,31,32] 0.36 0 31,36,37 | 0.43 0

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
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Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.

- means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
22 | PGT e 202 - - 32/55/55/55 -
23 | XKP v 201 - - 20/35/35/36 -
23 | XKP S 201 - - 20/35/35/36 -
23 | XKP t 201 - - 25/35/35/36 -
22 | PGT 2 301 - - 34/55/55/55 -
22 | PGT t 202 - - 37/55/55/55 -
22 | PGT A\ 202 - - 39/55/55/55 -
23 | XKP u 201 - - 18/35/35/36 -
23 | XKP e 201 - - 17/35/35/36 -

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

5 of 242 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
22 2 301 | PGT | C32-C31-02-C2
22 2 301 | PGT | C1-O3P-P-O1P
22 2 301 | PGT | C4-O4P-P-O3P
22 2 301 | PGT | C4-O4P-P-O1P
22 2 301 | PGT | C5-C4-O4P-P

There are no ring outliers.

9 monomers are involved in 56 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
22 e 202 | PGT 4 0
23 v 201 | XKP 6 0
23 s 201 | XKP 1 0
23 t 201 | XKP 2 0
22 2 301 | PGT 12 0
22 t 202 | PGT 17 0
22 \ 202 | PGT 12 0
23 u 201 | XKP 3 0
23 e 201 | XKP 1 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
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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 PGT e 202

e I [ e

Bond lengths Bond angles

Torsions Rings

e

KP v 201

Bond lengths Bond angles
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\ o -
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Ligand XKP s 201

Bond lengths Bond angles

Torsions Rings

Ligand XKP t 201

Bond lengths Bond angles
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Ligand PGT 2 301
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Ligand PGT t 202
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Ligand XKP u 201

Bond lengths

Bond angles
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Ligand XKP e 201
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5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


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

This section contains visualisations of the EMDB entry EMD-39790. These allow visual inspection
of the internal detail of the map and identification of artifacts.

Images derived from a raw map, generated by summing the deposited half-maps, are presented

below the corresponding image components of the primary map to allow further visual inspection
and comparison with those of the primary map.

6.1 Orthogonal projections (i)

6.1.1 Primary map

6.1.2 Raw map


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_visualisation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_projections
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6.2 Central slices (i)

6.2.1 Primary map

X Index: 310 Y Index: 310 Z Index: 310

6.2.2 Raw map

X Index: 310 Y Index: 310 Z Index: 310

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#central_slices
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6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 366 Y Index: 254 Z Index: 279

6.3.2 Raw map

X Index: 298 Y Index: 298 Z Index: 282

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
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6.4 Orthogonal standard-deviation projections (False-color) (i)

6.4.1 Primary map

6.4.2 Raw map

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


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

6.5.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 0.05.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

6.5.2 Raw map

These images show the 3D surface of the raw map. The raw map’s contour level was selected so
that its surface encloses the same volume as the primary map does at its recommended contour
level.

6.6 Mask visualisation (i)

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

WO RLDWIDE
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7 Map analysis (i)

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

7.1 Map-value distribution (i)

Map-value distribution

— Voxel count

Recommended contour
4 1 level 0.05

Voxel count (logl0)

I T T
—=1.0 0.5 0.0 0.5 1.0
Map value

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


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

Volume estimate

400000 - \

350000 -

300000

250000
— ‘olume

. Recommended contour
200000 4 level 0.05

Vvolume (nm?3)

150000 ~

100000 ~

50000 ~ \
\-_ T T

T T T
-1.0 —0.5 0.0 0.5 1.0
Contour level

The volume at the recommended contour level is 20676 nm?; this corresponds to an approximate
mass of 18677 kDa.

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#volume_estimate
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7.3 Rotationally averaged power spectrum (i)

Rotationally averaged power spectrum

3
5.0 - *\
2.5 1 \\‘“—W
_ D_ﬂ | v't—\_\_\w‘,—/—-ﬁ-"\-vl——-u._\
=
= —— Primary map RAPS
= 237 Raw map RAPS
4% Reported resolution
E —5.0 3.22 A+
E
_?.5 -
—-10.0 A
—-12.5 4
T T T T T
0.0 0.1 0.2 0.3 0.4

Spatial frequency (4-1)

*Reported resolution corresponds to spatial frequency of 0.311 A~!
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8 Fourier-Shell correlation (i)

Fourier-Shell Correlation (FSC) is the most commonly used method to estimate the resolution of
single-particle and subtomogram-averaged maps. The shape of the curve depends on the imposed
symmetry, mask and whether or not the two 3D reconstructions used were processed from a
common reference. The reported resolution is shown as a black line. A curve is displayed for the
half-bit criterion in addition to lines showing the 0.143 gold standard cut-off and 0.5 cut-off.

8.1 FSC (D

FSC

—— Author-provided FSC

Unmasked-calculated
FSC

-= 0143

-= 05

— = Half-bit
Reported resolution
3.22 A+

Correlation

_G.E T T T T T T T T
0.00 0.05 010 015 020 025 030 035 040

Spatial frequency (A-1)

*Reported resolution corresponds to spatial frequency of 0.311 A2


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
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8.2 Resolution estimates (i)

Resolution estimate (A)

Estimation criterion (FSC cut-off)

0.143 | 0.5 Half-bit
Reported by author 3.22 - -
Author-provided FSC curve | 3.22 | 3.53 3.25
Unmasked-calculated™ 3.81 | 4.87 3.88

*Resolution estimate based on FSC curve calculated by comparison of deposited half-maps. The
value from deposited half-maps intersecting FSC 0.143 CUT-OFF 3.81 differs from the reported

value 3.22 by more than 10 %


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

This section contains information regarding the fit between EMDB map EMD-39790 and PDB
model 8Z60. Per-residue inclusion information can be found in section 3 on page 41.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.05 at
50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


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

1.0

0.0
M <0.0

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

many entries.

9.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0

The images above show the model with each residue coloured according to its atom inclusion. This
shows to what extent they are inside the map at the recommended contour level (0.05).


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

Atom inclusion

1.0
o
= 0.8
w
=
% —— Backbone atoms
n 0.6
£ All non-hydrogen
E atoms
g Recommended contour
o level 0.05
v 0.4
=
2
!
[}
o
E 0.2 1
0.0 T .

T T T
-1.0 —0.5 0.0 0.5 1.0
Contour level

At the recommended contour level, 87% of all backbone atoms, 84% of all non-hydrogen atoms,
are inside the map.


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

The table lists the average atom inclusion at the recommended contour level (0.05) and Q-score
for the entire model and for each chain.

Chain Atom inclusion Q-score
All 0.8370 . (0.0960
0 . 0.1540 I -0.0150
1 0.8530 I 0.0110
2 0.8640 . (0.0340
3 0.9200 . -0.0200
4 0.9580 I (0.0060
5 0.9480 I (0.0040
6 0.9760 I 0.0260
7 0.9730 I 0.0650
8 0.9360 . -0.0120
9 . 0.2150 . 0.0180
A 0.8830 . 0.0520
A0 0.8000 . (0.2080 10
Al B 0.6480 I (0.0340
A2 B 0.6130 I 0.0170
A3 B 0.5970 . (0.0240
A4 0.8130 . (0.2290
A5 0.7790 . (0.1700
A6 B 0.6460 I 0.0570
AT 0.8170 . (0.2080
A8 0.8080 . (0.1920
A9 0.8110 . ().2290 <00
AA s 0.5330 I (0.0010
AB  0.6440 . -0.0480
AC 0.7700 . 0.0060
AD 0.7930 I -0.0020
AE 0.8070 I (0.0040
AF B 0.5570 . -0.0590
AG 0.8080 I 0.0550
AH 0.7810 . -0.0120
Al 0.7400 . 0.0230
AJ i 0.5090 . 0.0130
AK 0.8520 . -0.0230
AL 0.9090 I -0.0060
AM 0.8840 I -0.0660

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

Chain Atom inclusion Q-score
AN 0.8930 i -0.0060
AO 0.9320 I -0.0180
AP 0.8930 I 0.0700
AQ 0.8800 I (0.0420
AR 0.8770 I 0.0590
AS 0.8820 . 0.0590
AT 0.8860 . 0.0530
AU 0.8880 . 0.0530
AV 0.8790 I 0.0550
AW 0.8680 I 0.0610
AX 0.8700 I (0.0540
AY 0.9320 I (0.0520
AZ 0.9260 I 0.0580
Aa 0.9150 . 0.0620
Ab 0.8550 . 0.0050
Ac 0.8440 I 0.0070
Ad 0.8420 I 0.0060
Ae 0.8470 I (0.0240
Af 0.8470 I (0.0210
Ag 0.8500 . 0.0010
Ah 0.8470 mm -0.0010
Ai 0.8530 . 0.0120
Aj 0.8330 I 0.0120
Ak 0.8380 . (0.0220
Al 0.8400 I 0.0170
Am 0.8330 I -0.0030
An 0.8380 I 0.0150
Ao 0.8250 . 0.0100
Ap 0.8240 I 0.0220
Aq 0.8220 . 0.0220
Ar 0.7990 . -0.0070
As 0.8170 I 0.0120
At 0.8040 . 0.0090
Au 0.7830 . 0.0130
Av 0.7640 . 0.0230
Aw 0.7540 . 0.0220
Ax 0.7330 . 0.0120
Ay 0.7150 . (0.0270
Az 0.6840 I (0.0260

B 0.8920 I 0.0640
BO 0.6610 I 0.0650
B1 0.7850 . 0.1500

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

Chain Atom inclusion Q-score
B2 0.7960 . 0.2260
B3 0.7580 I 0.1600
B4 0.6770 I (0.0360
B5 0.8200 . 0.2120
B6 0.7990 . (0.1720
B7 0.8190 . 0.1960
B8 0.8130 . 0.2290
B9 0.7790 I 0.1680
BA B 0.6310 . -0.0230
BB 0.8260 . (0.2040
BC 0.8190 I (0.1960
BD 0.8040 . (0.2280
BE 0.7580 . 0.1960
BF 0.7230 m -0.0020
BG 0.8200 . 0.2040
BH 0.7980 I 0.1860
BI 0.7960 . (0.2260
BJ 0.7790 I (0.1880
BK 0.7390 . 0.0490
BL 0.8190 . 0.2050
BM 0.7910 . 0.1640
BN 0.7840 . 0.2270
BO 0.8000 . (0.1930
BP 0.7230 . 0.0090
BQ 0.8220 . (0.2080
BR 0.7770 . 0.1480
BS 0.7900 . 0.2290
BT 0.8000 . 0.1740
BU 0.6920 I -0.0010
BV 0.8250 . (0.2090
BW 0.7930 I (0.1600
BX 0.8010 . (0.2300
BY 0.7790 I 0.1650
BZ 0.6770 . 0.0800
Ba 0.8190 . 0.2100
Bb 0.8070 I 0.1850
Be 0.8130 . (0.2330
Bd 0.8000 I (0.1900
Be  0.6460 I (0.0450
Bf 0.8230 . 0.2070
Bg 0.8170 . 0.1970
Bh 0.8050 . 0.2280

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

Chain Atom inclusion Q-score
Bi 0.8000 . 0.2000
Bj B 0.6610 . -0.0270
Bk 0.8220 . (0.2040
Bl 0.8090 I (0.1920
Bm 0.8040 . (0.2260
Bn 0.7790 . 0.1830
Bo 0.7230 . 0.0140
Bp 0.8130 . 0.2030
Bq 0.7940 . 0.1740
Br 0.7870 . (0.2260
Bs 0.7790 I (0.1860
Bt 0.7080 I (0.0250
Bu 0.8220 . 0.2040
Bv 0.7860 I 0.1540
Bw 0.7880 . 0.2250
Bx 0.8210 I (0.1840
By 0.7080  -0.0130
Bz 0.8280 . (0.2090

C 0.8870 I 0.0610
Co 0.7580 . 0.1570
C1 0.7080 . 0.0210
C2 0.8230 . 0.2070
C3 0.7860 . (0.1530
C4 0.7890 . (0.2260
Ch 0.8210 I (0.1840
C6 0.7080 i -0.0090
Cr 0.8290 m 0.2110
C8 0.7860 I 0.1490
C9 0.7950 . 0.2290
CA 0.8180 . (0.2100
CB 0.8080 I (0.1910
cC 0.8100 . (0.2300
CD 0.8000 . 0.1950
CE w 0.6310 mm -0.0210
CF 0.8260 I 0.2060
CG 0.8530 I 0.1560
CH 0.6770 . (0.0290
CI 0.8210 . 0.2120
CJ 0.7980 . (0.1730
CK 0.8040 . 0.2280
CL 0.7580 . 0.1800
CM 0.7230 I -0.0020

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

Chain Atom inclusion Q-score
CN 0.8200 . 0.2040
CcO 0.7980 I 0.1850
CP 0.7960 . (0.2260
CQ 0.7790 I (0.1680
CR 0.7390 I (0.0360
CS 0.8190 . 0.2040
cT 0.7910 . 0.1640
CU 0.7850 . 0.2250
CV 0.8000 I 0.1930
CW 0.7080 . 0.0020
CcX 0.8220 . (0.2080
CY 0.7770 . (0.1470
CZ 0.7900 . 0.2270
Ca 0.8000 . 0.1720
Ch 0.6920 I 0.0120
Cce 0.8250 . 0.2100
Cd 0.7930 I (0.1580
Ce 0.8010 . (0.2280
Ct 0.7890 . 0.1580
Cg 0.6770 I 0.0750
Ch 0.8200 . 0.2120
Ci 0.8080 I 0.1830
Cj 0.8120 . (0.2310
Ck 0.8000 I (0.1840
Cl B 0.6460 . (0.0320
Cm 0.8230 . 0.2070
Cn 0.8180 . 0.1940
Co 0.8060 . 0.2270
Cp 0.8000 I 0.1980
Cq w 0.6310 = -0.0230
Cr 0.8230 . (0.2050
Cs 0.8090 . (0.1900
Ct 0.8020 . 0.2240
Cu 0.7680 . (0.1840
Cv 0.7230 I 0.0150
Cw 0.8130 I 0.2050
Cx 0.7930 . (0.1730
Cy 0.7870 . (0.2250
Cz 0.7790 . (0.1820

D 0.8470 . 0.0010
DO m 0.4770 . 0.1640
D1 0.9480 . 0.0400

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

Chain Atom inclusion Q-score
D2 0.9420 I 0.0460
D3 0.9360 I 0.0450
D4 0.9350 I (0.0430
D5 0.9370 I (0.0350
D6 . (0.3620 I 0.0060
D7 m 0.5580 . 0.0700
D8 . 0.4170 mm -0.0210
D9 . 0.3960 . 0.0290
DA 0.8580 I 0.1350
DB 0.8340 I 0.0760
DC 0.8390 . (0.1020
DD 0.8630 I (0.1570
DE 0.8650 . 0.1690
DF 0.8340 . 0.0880
DG 0.8410 I 0.1010
DH 0.8420 I (0.1400
DI 0.8630 I (0.1600
DJ 0.8180 I (0.0980
DK 0.8360 . 0.0800
DL 0.8540 I 0.1450
DM 0.8620 . 0.1360
DN 0.8350 I 0.0760
DO 0.8360 I (0.0840
DP 0.8610 I (0.1630
DQ 0.8690 I (0.1610
DR 0.8300 . 0.1110
DS 0.8470 I 0.0910
DT 0.8420 . 0.1430
DU 0.8630 I 0.1590
DV 0.8350 I (0.0940
DW 0.8370 I 0.0740
DX 0.8530 N (0.1410
DY 0.8590 . 0.1420
DZ 0.8390 . 0.0910
Da 0.8370 I 0.0820
Db 0.8620 I 0.1670
Dc 0.8630 I (0.1500
Dd 0.8410 I (0.1180
De 0.8630 I (0.1000
Df 0.8520 . 0.1480
Dg 0.8660 I 0.1610
Dh 0.8260 I 0.0810

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

Chain Atom inclusion Q-score
Di 0.8440 . 0.0930
Dj 0.8480 . 0.1420
Dk 0.8590 I (0.1530
Dl 0.8460 I (0.1050
Dm 0.8420 I (0.0960
Dn 0.8600 I 0.1650
Do 0.8610 . 0.1410
Dp 0.8420 I 0.0990
Dq 0.8510 . 0.1130
Dr 0.8610 . (0.1520
Ds 0.8670 I (0.1650
Dt 0.8220 . 0.0770
Du 0.8490 . 0.1020
Dv 0.8420 . 0.1380
Dw 0.8660 I 0.1590
Dx 0.8370 I 0.1010
Dy 0.8440 I 0.0950
Dz 0.9480 . (0.0280
E 0.8750 . 0.0000
E1 0.9470 . 0.0190
E2 0.9570 . 0.0210
E3 0.9600 I 0.0140
E4 0.9570 I (0.0170
E5 0.9600 I 0.0210
EA 0.6790 . (0.1430
EB 0.6910 . 0.1390
EC 0.7140 . 0.1040
ED B 0.5240 I 0.0620
EE . 0.2980 B -0.0140
EF . 0.3690 I 0.0520
EG 0.9390 . (0.0280
EH 0.9350 . (0.0270
EI 0.9470 . 0.0310
EJ 0.9510 . 0.0330
EK 0.9550 I 0.0330
EL 0.9550 I 0.0310
EM 0.9490 I (0.0210
EN 0.9470 . (0.0240
EO 0.9400 I (0.0360
EP 0.9340 . 0.0370
EQ 0.9250 . 0.0360
ER 0.9110 . 0.0320

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

Chain Atom inclusion Q-score
ES 0.9060 . 0.0300
ET 0.9100 . 0.0290
EU 0.9150 . (0.0290
EV 0.9170 . (0.0320
EW 0.9210 . (0.0330
EX 0.9360 mm -0.0110
EY 0.9290 . 0.0340
EZ 0.9270 I 0.0050
Ea 0.8950 I 0.0040
Eb 0.9360 I 0.0150
Ec 0.9480 I 0.0150
Ed 0.9470 . -0.0080
Ee 0.9300 I 0.0150
Ef 0.9440 mm -0.0110
Eg 0.9530 . 0.0230
Eh 0.9350 I 0.0000
Ei 0.8970  -0.0150
Ej 0.9300 . (0.0290
Ek 0.9520 . 0.0250
El 0.9360 . 0.0270
Em 0.9380 . 0.0260
En 0.9130 I 0.0150
Eo 0.8950 I (0.0130
Ep 0.9040 I (0.0400
Eq 0.8920 I (0.0170
Er 0.8450 I 0.0150
Es 0.8460 m -0.0030
Et 0.8240 B -0.0140
Eu 0.9170 . 0.0320
Ev 0.9200 I (0.0250
Ew 0.9240 I (0.0190
Ex 0.9290 I 0.0190
Ey 0.9320 . 0.0200
Ez 0.9380 I 0.0160

F 0.8650 I 0.0300
G 0.8640 I 0.0060
H 0.8630 I (0.0140
I 0.8510 I 0.0050
J 0.8730  -0.0120
K 0.8630 i -0.0030
L 0.8600 . 0.0080
M 0.8600 I 0.0160

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

Chain Atom inclusion Q-score
N 0.8540 . 0.0080
O 0.8590 I 0.0090
P 0.9080 I 0.0680
Q 0.8820 I (0.0260
R 0.8780 I 0.0610
S 0.8830 I 0.0360
T 0.8840 . 0.0570
U 0.8860 I 0.0630
\Y 0.8770 I 0.0670
W 0.8610 I 0.0560
X 0.8580 I (0.0430
Y 0.8810 . (0.0490
/ 0.8860 I 0.0670
a 0.8850 . 0.0620
b 0.7770 . 0.0020
¢ 0.8710 I 0.0270
d 0.8560 I (0.0200
e 0.8160 . 0.0070
f 0.8080 . 0.0160
g 0.8780 m -0.0010
h 0.9450 . 0.0380
i 0.9130 I 0.0290
j 0.9230 . (0.0320
k 0.9300 I (0.0350
1 0.8980 I 0.0060
m 0.8440 . 0.0440
n 0.8770 . 0.0520
) 0.8700 I 0.0590
p 0.8240 . 0.0230
q 0.7900 . -0.0060
r 0.8860 I (0.0190
S 0.8980 I 0.0660
t 0.8500 . 0.0330
u 0.8830 . 0.0450
v 0.8660 I 0.0120
w 0.8820 I 0.0110
X 0.9890 I -0.0000
y 0.9140 . (0.0370
z 0.8990 . (0.0280
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