WDRLDWI

2PDB

PRDTEIN DATA BANK

wwPDB EM Validation Summary Report (i)

Mar 5, 2026 — 07:27 AM UTC

PDBID : 7MUW / pdb_00007muw
EMDB ID : EMD-24024
Title : Reconstruction of the Legionella pneumophila Dot/Icm T4SS 3DVA Map 4
Authors : Sheedlo, M.J.; Durie, C.L.; Swanson, M.; Lacy, D.B.; Ohi, M.D.
Deposited on :  2021-05-14
Resolution : 4.60 A(reported)

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

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /EMValidationReportHelp
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
MolProbity : 4-5-2 with Phenix2.0
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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
http://www.wwpdb.org/validation/2017/FAQs#types
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#references

Page 2 wwPDB EM Validation Summary Report EMD-24024, TMUW

1 Overall quality at a glance (i)

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

The reported resolution of this entry is 4.60 A.

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

Metric Percentile Ranks Value
Clashscore I N 0
Ramachandran outliers IS 0
Sidechain outliers M 13.0%
Worse Better

I Percentile relative to all structures

[I Percentile relative to all EM structures

Metric Model-Map Fit Percentile Ranks Value
Q-score I I D (.2532

Worse Better
I Percentile relative to all EM structures

I] 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 2407 ( 4.10 - 5.10 )

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

Mol | Chain | Length Quality of chain
1| AG | 1048 | e =
1 Ag 1048 | . 97%
1 BG 1048 T 5% « 84%
1 Bg 1048 | 7. 97%

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

Mol | Chain | Length Quality of chain
1 CG 1048 12% 84%
1 Cg 1048 | 7. 97%

1 DG 1048 10% 5% . 84%
1 Dg 1048 | . 97%
1 EG 1048 12% 84%
1 Eg 1048 | 7. 97%
1 FG 1048 11% 84%
1 Fg 1048 | 7. 97%
1 GG 1048 11% 84%
1 Gg 1048 | 7. 97%
1 HG 1048 11% 5% 84%
1 Hg 1048 | 7. 97%
1 IG 1048 10% 5% - 84%
1 Ig 1048 | 7. 97%
1 JG 1048 11% 84%
1 Jg 1048 | . 97%
1 KG 1048 11% 84%
1 Kg 1048 | 7. 97%
1 LG 1048 10% 5% - 84%
1 Lg 1048 | 7. 97%
1 MG 1048 11% 84%
1 Mg 1048 | 7. 97%
1 NG 1048 10% 5% » 84%
1 oG 1048 11% 84%
1 PG 1048 11% 84%

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

Mol | Chain | Length Quality of chain
1 VG 1048 | 7. 97%
1 WG 1048 | 7. 97%
1 XG 1048 | 7. 97%
1 YG 1048 | " 97%
1 7G 1048 | T 97%
2 AH 361 - 49% 20% 29%
2 BH 361 - 50% 20% 29%
2 CH 361 k 51% 18% 29%
2 DH 361 - 50% 19% 29%
2 EH 361 - 51% 17% 29%
2 FH 361 n 49% 19% 29%
2 GH 361 n 51% 19% 29%
2 HH 361 n 52% 17% 29%
2 IH 361 - 51% 19% 29%
2 JH 361 - 48% 19% 29%
2 KH 361 i 52% 18% 29%
2 LH 361 n 48% 20% 29%
2 MH 361 n 51% 17% 29%
2 VH 361 —_— 43% 22% 33%
2 WH 361 & 48% 17% 33%
21%
2 XH 361 47% 17% 33%
10%
2 YH 361 — 46% 18% 33%
23%
2 ZH 361 52% 13% 33%
3 AK 189 A 57% 19% 20%
3 | BK | 18 |*® ™ T =

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

Mol | Chain | Length Quality of chain
3 CK 189 54% 21% 20%
3 DK 189 59% 19% 20%
3 EK 189 58% 17% 20%
3 FK 189 60% 15% 20%
3 GK 189 58% 19% 20%
3 HK 189 60% 19% 20%
3 IK 189 57% 21% 20%
3 JK 189 52% 25% 20%
3 KK 189 53% 21% 5% 20%
3 LK 189 55% 21% 20%
3 MK 189 55% 20% 5% 20%
4 AL 249 49% 18% 31%
4 BL 249 50% 14% 5% 31%
4 CL 249 50% 17% 31%
4 DL 249 47% 20% 31%
4 EL 249 52% 14% 31%
4 FL 249 51% 16% 31%
4 GL 249 48% 18% 31%
4 HL 249 49% 18% 31%
4 IL 249 51% 18% 31%
4 JL 249 52% 14% 31%
4 KL 249 49% 17% 31%
4 LL 249 53% 15% 31%
4 ML 249 51% 17% 31%
5 AM 320 37% 25% 35%

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

Mol | Chain | Length Quality of chain

) BM 320 - 39% 24% 35%
5 CM 320 A 41% 22% 35%
) DM 320 - 42% 20% 35%
) EM 320 i 41% 21% 35%
) FM 320 n 36% 26% 35%
5 GM 320 n 39% 22% 35%
) HM 320 i 43% 18% 35%
) IM 320 n 41% 21% 35%
) JM 320 = 42% 19% 35%
) KM 320 i 41% 22% 35%
) LM 320 n 43% 19% 35%
) MM 320 n 40% 22% 35%
6 AN 124 = 47% 15% 37%
6 BN 124 — 40% 17% 6% 37%
6 CN 124 == 44% 19% 37%
6 DN 124 - 41% 19% 37%
6 EN 124 n 49% 12% 37%
6 FN 124 = 42% 18% 37%
6 GN 124 = 45% 17% 37%
6 HN 124 % 47% 16% 37%
6 IN 124 & 43% 18% 37%
6 JN 124 & 45% 16% 37%
6 KN 124 & 45% 17% 37%
6 LN 124 n 48% 13% 37%
6 MN 124 - 48% 15% 37%

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

Mol | Chain | Length Quality of chain
7 AU 9 89% 11%
7 BU 9 78% 22%
7 CcU 9 100%
7 DU 9 89% 11%
7 EU 9 89% 11%
7 FU 9 89% 11%
7 GU 9 78% 22%
7 HU 9 100%
7 IU 9 100%
7 JU 9 89% 11%
7 KU 9 89% 11%
7 LU 9 89% 11%
7 MU 9 89% 11%
29%
T —
8 AX 48 88% 12%
2%
T —
8 BX 48 96%
38%
T —————————
8 CX 48 100%
23%
S ——
8 DX 48 100%
38%
T —
8 EX 48 96%
21%
I —
8 FX 48 94% 6%
54%
.
8 GX 48 98%
38%
.
8 HX 48 98%
29%
.
8 IX 48 96%
33%
.
8 JX 48 98%
76%
I
8 KX 48 98%
76%
8 LX 48 100%

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

Mol | Chain | Length Quality of chain
70%

I

8 MX 48 100%
33%

T —

8 VX 48 100%
31%

T —

8 WX 48 100%
25%

T ——

8 XX 48 100%
33%

T —————

8 YX 48 98%
76%

P —
8 7ZX 48 98%
9 AD 163 64% 20% T
9 Ad 163 59% 23% e
9 BD 163 66% 19% P V7
9 Bd 163 . 53% 29% P T 7
9 CD 163 . 64% 20% P V7
9 Cd 163 58% 23% DU T 7
9 DD 163 61% 21% VA
9 Dd 163 65% 17% P T 7S
9 ED 163 60% 23% P VT
9 Ed 163 58% 25% T e
9 FD 163 63% 21% PV 7S
9 Fd 163 . 64% 17% e
9 GD 163 60% 23% IV T7a
9 Gd 163 58% 23% TTYTen
9 HD 163 58% 25% I V7
9 Hd 163 62% 20% e
9 1D 163 . 63% 20% T V7
9 Id 163 . 63% 18% e
9 JD 163 63% 22% P VT

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

Mol | Chain | Length Quality of chain

o | Ja | 163 |° ™ ——
9 KD 163 61% 24% PRV T7a
9 Kd 163 65% 16% . 16%
9 LD 163 i 55% 28% Ve
9 Ld 163 60% 20% BT
9 MD 163 61% 22% T
9 Md 163 60% 23% P T
10 | AF | 260 | e -

10 Af 269 T 7% - 78%

10 | BF | 260 |™mm - 7

10 Bf 269 % 1% - 78%

10 | CF | 260 | ™= -

10 Ct 269 % 1% - 78%

10 | DF | 269 | ™5 o oz

10 | Df | 260 | " e’ -

10 | BF | 260 |mm o -

10 Ef 269 % 6% . 78%

10 FF 269 iT 8% - 77%

10 Ff 269 % 8% - 78%

10 | GF | 260 |™mr— = 7

10 Gf 269 2% 10% 78%

10 | °HF | 260 | " -

10 Hf 269 i 17% 5% 78%

10 IF 269 : 17% 6% - 77%

10 It 269 1% 9% - 78%

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

Mol | Chain | Length Quality of chain

10 | JF | 9260 | ®mw e -

10 Jf 269 e 6% 78%

10 KF 269 -T 10% 77%

10 Kf 269 B VISR TA 78%

10 LF 269 iT 5% - 77%

10 Lf 269 s 1% 78%

10 MF 269 % s% - 77%

10 Mf 269 % 6% - 78%

10 | VF | 269 | Tmme oe -

10 | WE | 269 | mE e o -

10 XF 269 -T 9% 77%

10 | YF | 290 | ™

10 ZF 269 A 18% 5% 77%

11 AC 303 - 58% 19% . 20%
11 BC 303 = 58% 19% . 20%
11| cc | s03 | = — ™

11 DC 303 49% 18% . 31%

11 EC 303 n 50% 17% . 31%

11 FC 303 n 57% 21% . 20%
11 GC 303 = 50% 17% . 31%

11 HC 303 i 51% 15% . 31%

11 IC 303 i 48% 18% . 31%

11 JC 303 - 56% 21% . 20%
11 KC 303 - 47% 20% . 31%

11 LC 303 A 50% 17% . 31%

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

Mol

Chain

Length

Quality of chain

11

MC

303

47%

19%

31%
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2 Entry composition (i)

There are 11 unique types of molecules in this entry. The entry contains 192116 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 IcmE protein.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 AG 165 1229 780 203 242 4 0 0

Total C N O S

1 Fe 34 276 168 47 60 1 0 0
1 Ge 34 20;21 128 411\17 (% 51} 0 0
1 BG 165 ?gt;;l 7;10 21(\)13 222 ASL 0 0
1 He 34 1“20;21 1(;8 411\17 e% ? 0 0
1 Be 34 1‘20;21 1(;8 411\17 e% ? 0 0
1 I 34 1;0;21 1(638 31\17 (% ? 0 0

Total C N O S
11 CG 165 1229 780 203 242 4 0 0

Total C N O S

1 Jg 34 276 168 47 60 1 0 0
Total C N O S

L] Ke 34 276 168 47 60 1 0 0

Total C N O S
1| DG 165 1229 780 203 242 4 0 0

Total C N O

S

L] le 34 276 168 47 60 1 0 0
Total C N O S

1| Me 34 276 168 47 60 1 0 0

Total C N O S
1 EG 165 1229 780 203 242 4 0 0

276 168 47 60

Total C N O
1 XG 34 276 168 47 60 1 0 0

Total C N O S
1] VG 34 276 168 47 60 1 0 0
1 wa a4 Total C N O ? 0 0
S

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

Mol | Chain | Residues Atoms AltConf | Trace
ISV HIEEE
1 FG 165 ?g;?)l 7§O 21(313 2(22 ASL 0 0
IEERE IS HIEEE
! Ce 34 1;0;21 1(638 31\17 (% ? 0 0
IR Y HIEEE
L] De 34 1‘20;21 1%8 31\; (% ? 0 0
! HG 165 ?2);?91 7(830 21(\)13 222 i 0 0
1 1G 165 ?gg;l 7(830 21(313 222 i 0 0
1 G 165 ?(Q)t;;l 7§0 21(313 251)2 i 0 0
1 KRG 165 qu;g;l 7(830 21(313 251)2 i 0 0
1 LG 165 111(2);?)1 7§0 21(\)13 251)2 ASL 0 0
1 MG 165 111(2);?)1 7(830 21(\)13 222 i 0 0
1 NG 165 r{ggggl 7(830 21(\)13 222 i 0 0
1 0G 165 r{ggggl 720 21(\)13 222 ASL 0 0
! PG 165 rfg;zl 720 21(\)13 222 ASL 0 0
! Ag 34 1;071:21 1(638 411\; (% ? 0 0
! Eg 34 rl;o;gl 1%8 Alx\; f% ? 0 0
e Molecule 2 is a protein called Type IV secretion protein IemK.

Mol | Chain | Residues Atoms AltConf | Trace
2 kA 258 1113;?’)1 12068 31?\>I6 3(7)1 2 0 0
2 FH 258 r{ggl 1568 31?\36 3(7)1 g 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
2 GH 258 ?ggl 12068 31§6 3?1 g 0 0
2 HH 258 ?ggl 12068 31§6 3?1 2 0 0
2 I 258 ?gg;l 12(258 31;6 3?1 2 0 0
2 JH 258 ?‘;;Zl 12(258 32]6 3(7)1 g 0 0
2 AH 258 ilrgg?’)l 12068 31;36 3(7)1 2 0 0
2| kA 55| o 1 s an s 0 0
2| A 55| o 1 s an s 0 0
2| MH 25| o 1 a6 an s 0 0
2| Vi 265 0 s s 0 0
2 | wH |2 | s 7 0 0
2| XM 25 01 s10 s 0 0
2 YH 243 111(8)167?)l 12001 31119 3(28 g 0 0
2 a8 243 1112167%1 12001 31119 3(28 g 0 0
2 BH 258 Iljggl 12068 31?\>I6 3(7)1 g 0 0
2 CH 258 11182?’)1 12068 3§6 3(7)1 2 0 0
2 bH 258 1113231 12068 31§6 3(7)1 2 0 0
e Molecule 3 is a protein called Inner membrane lipoprotein YiaD.

Mol | Chain | Residues Atoms AltConf | Trace
3| ER 5| % a0 215 ¥ 0
5| R T e 0 0
3 | GK 5| 0 a0 215 0 0

Continued on next page...



Page 15

wwPDB EM Validation Summary Report

EMD-24024, TMUW

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
3 HK 1ol ?(it%l 75117 21(\)19 2(1)5 ASL 0 0
3 IK 1ol ?(it%l 75137 21(\)19 2(1)5 ASL 0 0
3 K 1ol ?it%l 75137 21(\)19 2(1)5 ASL 0 0
s KK 1ol ?i%l 727 21(\)19 2(1)5 i 0 0
3 LK 1ol ?1)%1 75137 21(\)19 2?5 2 0 0
3 AK 1ol ’f(l)t%l 75137 21(\)19 2?5 KSL 0 0
3| MR I Y ¥ ¥
5 | Bk I Y ¥ ¥
3| CK I Y 0 0
5 | Dk I Y ¥ 0

e Molecule 4 is a protein called Outer membrane protein, OmpA family protein.

Mol | Chain | Residues Atoms AltConf | Trace
4| B 785 st o o 5 ’ ;
4 L 173 ????81 8(;7 215\}3 2(;3 ? ¥ 0
4 GL 173 r‘1F(E’)>t821 8(737 21;3 2?3 ? 0 0
1 HL 173 ??821 8(737 21;3 2?3 ? 0 0
4 1L 173 qugtSE;l 8?7 21;3 2?3 § 0 0
4 L 173 112?32 8(737 21;3 2?3 § 0 0
4 KL 173 112?;;1 8(7j7 21;3 2(5?3 2 0 0
4 LL 173 ?ggzl 8(7j7 21;3 2(5)3 § 0 0
1 ML 173 1122%1 8(737 22]3 2(5)3 § 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
4 AL 173 ?ggzl 8(717 21;3 2(5)3 ? 0 0
4 BL 173 ?‘;;Zl 8(737 21;3 2(5)3 ? 0 0
4 CL 173 ??));aSI 8(737 21;3 2(5)3 2 0 0
4 bL 173 ?ggaSI 8?7 21;3 2(5)3 ? 0 0

e Molecule 5 is a protein called DUF2807 domain-containing protein.

Mol | Chain | Residues Atoms AltConf | Trace
5 | EM 208 ?6);?)1 1(516 2153 3(58 2 0 0
5 | FM 208 ?22%1 1026 2153 388 2 0 0
5 | GM 208 ?22%1 1026 215313 388 g 0 0
5 | HM 208 ?gg%l 1(516 2153 388 2 0 0
5| M 208 ?Zg%l 1(516 21;3 388 § 0 0
5 | M 208 ?6);%1 1(516 21;3 388 g 0 0
5 | KM 208 ?ég%l 1OC46 2153 3(58 g 0 0
5 | M 208 ?ég%l 1OC46 21;3 3(0)8 g 0 0
5 | MM 208 ?gg%l 1(516 2153 3(58 g 0 0
5 | AM 208 ?22%1 1(516 2153 3(88 g 0 0
5 | BM 208 ?gg%l 1(516 2153 3(88 g 0 0
5 | M 208 ?gg%l 1(516 21;3 3(88 g 0 0
5 | DM 208 ?(6);%1 1(516 21;3 3(88 g 0 0

e Molecule 6 is a protein called Neurogenic locus notch.
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Mol | Chain | Residues Atoms AltConf | Trace
IR HIEEE
o™ e s wos | 0| O
0 GN & T508t§Ll 3?7 é\fg 1(1)3 183 0 0
0 HN & Tg)é%t;l 3?7 é\fg 1(1)3 1S3 0 0
0 IN & T;)St;l 3?7 é\ﬁg 1(1)3 1S3 0 0
0 N & T;St;l 3?7 é\ﬁg 1(1)3 1S3 0 0
0 KN & T508t;l 3?7 fi) 1(1)3 1S3 0 0
0 LN & T5O8t§Ll 3?7 €1)\$; 1(1)3 1S3 0 0
0 MN & r‘FSO;SI 3?7 S;\SI) 1(1)3 1S3 0 0
0 AN & T508t§Ll 3?7 S;\SI) 1(1)3 1S3 0 0
0 BN & T508t;l 3?7 é\; 1(1)3 183 0 0
6 ] &N s S w1 1 0 0
0 bR & T50§;l 3(537 El)\; 1(1)3 183 0 0

e Molecule 7 is a protein called Unknown protein fragment.

Mol | Chain | Residues Atoms AltConf | Trace
7 | EU 9 ngal 207 1; 8 0 0
7 | FU 9 ngal 207 1; S 0 0
7 | qu 9 ngal 207 1; S 0 0
7 | HU 9 ngal 207 1; (9) 0 0
7| w 9 th;‘l 2C7 1; (9) 0 0
7| U 9 th;‘l 207 1; (9) 0 0
7 | KU 9 th;‘l 207 1; (9) 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
7 | LW 9 o S 0 0
7 | MU 9 ot S 0 0
7 | AU 9 ot S 0 0
7 | BU 9 ot S 0 0
7 | cu 9 ol N 0 0
7 | DU 9 ol N 0 0
e Molecule 8 is a protein called Unknown protein fragment.

Mol | Chain | Residues Atoms AltConf | Trace
s X | s Ve s | 0|0
s | s Ve s | 0|0
s x| 8 V0 s | 0|0
s m | s Ve s | 0|0
s x| s s | 0|0
I I
e e S I
e L I
e A I
R L i S I
R e S I
I L i S L
s v s Y s 0|0

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

Mol | Chain | Residues Atoms AltConf | Trace
IR T IEEE
IR SV IEEE

e Molecule 9 is a protein called DotD.

Mol | Chain | Residues Atoms AltConf | Trace
9 td 137 ?8?)?31 6?2 115\312 2(32 2 0 0
9 FD 140 ?8;?31 632 116\315 2(36 2 0 0
9 kd 137 ?8?81 6(732 11;;2 2(32 2 0 0
9 GD 140 ?8;?31 632 115\%15 2(36 2 0 0
9 Gd 137 ?8?81 6?2 11;12 2%)2 2 0 0
9 | HD W0 |0 e 1% o063 ’ ;
9 | Hd BT 0 g s am o 0 ;
o D 10| 10 g 185 06 3 0 ;
9| H BT 0 g s am o 0 0
) D 140 ?8?61 632 1215 286 g 0 0
9 | M BT 0 g s o o 0 0
9 KD 140 1118;0321 6(9]2 1155 2(86 2 0 0
) Kd 187 11182')&81 6(7j2 11;2 2(82 52; 0 0
) b 140 1118;?31 6(9]2 11;5 2(36 2 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
9 LD 140 ?8;?31 632 115\3]5 2(36 g 0 0
9 Ld 137 ?8?81 6(732 11;;2 2(32 g 0 0
9 MD 140 ?());?31 652 115\;5 2(36 2 0 0
9 Md 137 ?8?81 6?2 115\%12 2(32 2 0 0
) Ad 137 ?8;381 6?2 11;12 2(32 2 0 0
o | BD 10| 10 g 185 206 3 0 ;
9 | Bd BT 0 g s o o 0 ;
9 | «d BT 0 g s am o 0 0
9 | Db 10| 10 g 185 206 3 0 0
9 | Dd BT 0 g s am o 0 0
9 | AD 10| 10 g 185 206 3 0 0
) ED 140 1118221 6(9]2 11;)]5 2(86 2 0 0
e Molecule 10 is a protein called DotF.

Mol | Chain | Residues Atoms AltConf | Trace
10 B o o o0 77 81 1 0 0
10 FE 03 a8 81 o0 1 0 0
10 F o o o0 77 81 1 0 0
10| AF 03 s a8 81 o0 1 0 0
ICACEE-E YT HIEEE
ICEEEEF T HIEEE
IEACEE-E YT HIERE

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

Mol | Chain | Residues Atoms AltConf | Trace
IR HERE
IR YT HIEEE
IR HIERE
IR ST HERE
IR HIEEE
10 KF 03 a8 st o0 1 0 0
10 K o o o0 77 81 1 0 0
10 L¥ 03 a8 81 o0 1 0 0
10 U o o a0 77 81 1 0 0
10 M¥ 03 s a8 81 o0 1 0 0
10| CF 03 s a8 81 o0 1 0 0
IEAEEE-F T HIERE
IEACEE-E YT HIEEE
IEICEE-E YT HIERE
IEACEE-E YT HIERE
AN ST HIEEE
IEAEEN S ST HERE
RN T HIEEE
IR S HIERE
IR T HIEEE
IR HIEEE

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

Mol | Chain | Residues Atoms AltConf | Trace
IR HIERE
IR HIERE
IR HIERE
e Molecule 11 is a protein called DotC.

Mol | Chain | Residues Atoms AltConf | Trace
1 BC 243 ?gt;il 12Cl6 3110 3(5)7 2 0 0
1 cC 209 ?(6)232;1 1()C(51 215312 3(59 2 0 0
1 be 209 ?(()ig;l 1()C(51 215\912 389 2 0 0
1 EC 209 ?gz;;l 10061 215\912 389 § 0 0
1 FC 243 ?g;l 12Cl6 314\110 327 2 0 0
1 GC 209 rl;‘ég;l 1(%1 21;12 3(59 g 0 0
1 HC 209 ilrggil 1(%1 21;2 3(59 g 0 0
1 IC 00| e 106 e w00 s v v
1) e 21| 0 o1 a0 a7 s ¥ v
1 KC 00| 0 w06 0 300 5 0 0
1] Lo 00| 0 e 0 300 5 0 0
1] MO 00| 0 e 0 300 g 0 0
11 ] AC 25| 0 o1 a0 a7 s 0 0
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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.

e Molecule 1: IemE protein

e
11% . 84%

Q
o
=
>
Q

)
=}
=
[
o
4
o
m

(3
1
g
w

o
|
©
3
m
k4
I
>
1
>
w
=
z
=


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

EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 24

076a

3

706N

0061
66871
8683

<> oo

6881

SO0

1883

LL8A
9188

€181

TL8V

698N

1980

G981

0L6N

8964

9960
S96'T

85965

95964

e L2071
0 S€61 1
0 0T0TL
600TV
T€68 |
0861 90071
S00TA
¢ I
M £00TN
6161
8161
216N
9164
|
€161
TI6H

+En

e Molecule 1: IemE protein

97%

.a.o
s
=
z
=
o

ceed

8180

1180
0180

€081

0080

16,4
960

£6.L3

16.0

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 25

e Molecule 1: IemE protein

97%

&0
O
§=

)
<
@

vz8l

3

8180
L18L

ST8A

+

T80
0180

80871
2080

3

0080

16,4

¥6.L1
£6.L4

16.0

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 26

e Molecule 1: IemE protein

84%

5%

10%

Chain BG:

€T6A
TT6W
TT6%

¢
¢
¢
¢
¢
¢
¢
¢
¢

T68L

6881

=

9188

.80

T.8Y

698N

1980

9981

0 2981

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 27

0 9%0TL

&

701D
CYOT.L

07011

LEOTT

CEOTA
TE0TA
0€0Td

LTOT.L

€20T4

OTOT.L
600TY
800TT

900TI
SO0TA

e Molecule 1: IemE protein

97%

50
)
=

z
=
@)

vz8l
6T8A
8180
1181
€184
1180
0180
L080

€081

008a

¥6.L1
£6.3

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 28

e Molecule 1: IemE protein

97%

50
m
=

z
=
@)

¥z8l

618A
818d

91831
ST8A

€183
0180

8081
2080

2081
TO8KW

16,4
96.0

6.1
£6.,9

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 29

97%

618A
8180
L18L
ST8A
Jﬁwa
0180
608A
8081
h“ma
€081
TO8KW
omwc
16,4
96.0
6.1
£6.,4
16.0
;

©0

—

=)

o=

o]

5

e Molecule 1: IemE protein

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 30

e Molecule 1: IemE protein

84%

12%

Chain CG:

9164

€T6A
CT6W

b

5061
706N

3

@ 0O V00O oo o
3
=

9,88

.80

G981

@ & oo

9.L6N

0L6N
696D

9960
9961

¢

1

SS64

TS6H
0S6H

9%6S

Tv6d

<>

T€6S
0€61

6T6H

e SO0

L16N

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 31

SYOTA

ZvoTL

TE0TA
0€0Td

¥2oTN
€20Td

6101V

TTOTA

600TV

900TI
SO0TA

e Molecule 1: IemE protein

€00TN

97%

Chain Jg:

€289

1

B618A

ST8A
7180

T80
0180

2080

S08Y

2081

86.LL
16,4

6.1
£6.4
Z6.LD

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 32

e Molecule 1: IemE protein

97%

g
%
=
o]
=
O

0 $Z8l
|

618A
8180

9184
mmm>
018d
608A

2080
908L

€081

0080

86.LL
16,4

6.1

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 33

e Molecule 1: IemE protein

84%

5% «

10%

Chain DG:

0 016a

L

S061

3

6681
8683

< <

268D
T68L

6881

9881

i

0880
6.8S
818N
LL8A

i

.80
€181

TL8V

698N

1980

G981

€981

L

9TeN

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 34

SYOTA

97%

€70T0
ZY0TL

LE0TT

TEOTA
0€0Td

L2O0TL

¥2oTN
€20Td

6T0TV
8T0TH

e Molecule 1: IemE protein

600TY

900TI

€00TN

-
.

Chain Lg:

6187
818b
L181

ST8A

1

1180
018d
608A
8081
L08b

O

R LDWIDE
PROTEIN DATA BANK

W



Page 35 wwPDB EM Validation Summary Report EMD-24024, TMUW

°
=
o
)
3
=3
@
—
—
o
=]
=

ko]
=
o
—+
@
=)

Q
=
=
=
=
0
d | -

97%

792
E793
1794
795

i
N80 1
1807
1808

| V809
0810
V815

| E816
T817

~gsis
V819

| Ys20
T821

)
=}
=
[
o
4
o
m



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 36

e Molecule 1: IemE protein

84%

12%

Chain EG:

8T6L

9164

< & OO

0061
66871

& 4

7681

i

268D
T68L

6881

9881
G881

6.8S
818N
LL8M

o

0 %.8d

3

1980

S98L

666S

0.L6N

9960
5961

i

8968

T€6S

6T6H

e Molecule 1: IemE protein

O

R LDWIDE
PROTEIN DATA BANK

W



Page 37 wwPDB EM Validation Summary Report EMD-24024, TMUW

Q
o
=
=

<
Q

97%

V819
Y820

E793
1794
T798
D800
D811
T817
Q818
E822

[ ]
=
=3
@
Q
=
@
=
—
Q
=)
=
e
=
Q
+
.
=

Q
=
e.
=]
=
Q
(e}
~
R



Page 38 wwPDB EM Validation Summary Report EMD-24024, TMUW

R797
|
D800

Q791

| mMsoL
1802
|
L1808
|
T817

V819

°
=
o
)
3
=3
@
=
—
a
=]
=

o]
=
S
—+
@
5

Q
=
e.
=]

>
Q

97%



Page 39 wwPDB EM Validation Summary Report EMD-24024, TMUW

Q795
R797
L808
D811
V815
T817
Q818
V819
Y820

E793

Bbeiae il

°
=
=5
)
a
=3
)
=
—
a
8
=
o
=
o
—+
e.
=

®
=
=
B

o
Qo

97%

)
=}
=
[
o
4
o
m

(3
1
g
w

o
|
©
3
m
k4
I
>
1
>
w
=
z
=



Page 40 wwPDB EM Validation Summary Report EMD-24024, TMUW

E793
1794
|
1808
|
K813
| gsia |
V815
| E816
T817
Q818

°
=
o
)
3
=3
@
=
—
o
=
=
k]
=
S
—+
e
=)

| S
11% . 84%

Q
=
e.
=]

s
Q

)
=}
=
[
o
4
o
m

(3
1
g
w

o
|
©
3
m
k4
I
>
1
>
w
=
z
=



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 41

B6T6N

LT6N

T06D
0061

6681

I’O’ <>

7681

6881

9881

788d

€181

T.L8V

i

698N

L

0L6N
696D

9960

T€6S

S70TA

0%0T1

LEOTT

0€0Td

LTOT.L

€20T4

6T0TY

LTOTD

e Molecule 1: IemE protein

STOTM

0TOTL
600TY

900TI
SO0TA

€00TN

97%

Chain ZG:

O

R LDWIDE
PROTEIN DATA BANK

W



Page 42 wwPDB EM Validation Summary Report EMD-24024, TMUW

E793
Q796
R797
T798
4801
1802
Q818

°
=
o
)
3
=3
@
=
—
o
=]
=
o]
=
S
—+
e
5

Chain Cg: 7. 97%

)
=}
=
[
o
4
o
m

(3
1
g
w

o
|
©
3
m
k4
I
>
1
>
w
=
z
=



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 43

0Z8A
618A

ST8A
7180
€18)

0180
608A
80871
L08b

2081
TO8KW

£6.,3

16.0

e Molecule 1: IemE protein

| S
11% . .

84%

Chain GG:

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 44

o=l
616N
8T6L
LT6N
9164

€T6A

2 4

6681
8683

S683)

i

2689

0 1681

6881

S881

818N
LL8N
9.8S

i

.80

TL8Y

¥

S98L

0 2981

¢

s e d

€00TN

666S

046N
696D

9960
S961

+

8968

g964

TS6H

9¥68

8E6N

+

TE6S
0€61

8261

e Molecule 1: IemE protein

97%

Chain Dg:

O

R LDWIDE
PROTEIN DATA BANK

W



Page 45 wwPDB EM Validation Summary Report EMD-24024, TMUW

1794
M801
1802
Q807
Q810
K813
Q814
T817
Q818
V819

o
=
o,
&
@)
=D
@
=
—
o
=
3|
g
S
Q
—+
e.
=

e
11% 5% 84%

Q
5
=
an
Q

)
=}
=
[
o
4
o
m

(3
1
g
w

o
|
©
3
m
k4
I
>
1
>
w
=
z
=



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 46

9.L6N

0L6N

8964

9960
S96'1

Ll

83965

9564

6E6L

i

Lged

1

T€6S
0€61

0€0Td
620TA

€20T4d

8T0TD

€107

0TO0TL
6007V

90071
S00TA

€00TN

000T.L
666S

e Molecule 1: IemE protein

84%

5% «

10%

Chain IG:

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 47

b

666S

0 0L6N

9960
S96'T

€£96S

1

8368

T€6S
0€61

1261
9zex

b2 2 2 2

¢y0TL

o

TEOTA
0€0THd

LZOTL

€20Td

6107V

TTOTA
0T0TL

900TI
S00TA

€00TN

e Molecule 1: IemE protein

000T.L

84%

11%

Chain JG:

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 48

8161

TT6%

o d

66871
868}

268D
T68L

9881
$881

13

698N
8981

1980

@ S0 & & & O O %% o

2981

OO oo

cL6d

6001V

90071
S00TA

€00TN

666S

e Molecule 1: IemE protein

84%

11%

Chain KG:

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 49

S o < < 00O

4

< <

Ao 2 4

>

TT6%

6681
8683

€683
268D
T68L

068A
6881

7883

TL8V

8981

7983

04
¢
¢
¢
04
¢

0L6N

6E6L

]
N
)
A

8161
L16N

80071

e Molecule 1: IemE protein

90071

84%

5% «

10%

Chain LG:

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 50

016d

0061

66871
8683

* & oo

268D
T68L

Lo o 4 2 4

3

9881

3

i

1883

8L8N

9188

€181
cL8h

998D
S981L
7983

A 4 o 4 & 4

0L6N

8964

9960
9961

€968

856S

9564
S564

€961

3

9¥6S

i

1764

0 8€6N

9164

€T6A
CT6H

19014

9€0TH

84%

TEOTA
0€0THd

8COT.L
20Tl

YCOTN
€014

6T0TV

6001V

900TI

e Molecule 1: IemE protein

11%

Chain MG:

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 51

¢
¢
’“

€064

]
0061
6681

VB

0 9683

268D
T68L

6881

<>

<> &

0880

0 L18A

9188

h o

TL8V

0 6981

7983

>

9.L6N

0L6N
696D

9960
S96'T

€968

L

83968

9G64
SS64

TS6H

9%6S

EV6V

1764

b

6E6.L

0 SE61

o

T€6S

€T6A

TT6N
TT6)

+En

0 501a

€Y0TD
CHOTL

LZ0T.L

€014

H

6001V

900TI
SO00TA

e Molecule 1: IemE protein

84%

5% «

10%

Chain NG:

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 52

706N

Ao 4

6681
8683

TL6d

8596S

S564

TEOTA

84%

620TA

920Td
STOT.L

€20T4d

6101V

F

6001V

e Molecule 1: IemE protein

11%

Chain OG:

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 53

706N

6681

e
R

cL6d

0L6N

¢

¢

’.

¢ T

2689 | 1969

1681 9960
I 5961

6881 | 7964

.ri

856S

8964

G881

i

0880

LL8A

fi-
3

G.8L

L
t

T.8Y

698

b

1980

€074
S98L
TT0TA
0TOT.L

80011

900TI
SO00TA

e Molecule 1: IemE protein

E€T6A

84%

11%

Chain PG:

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 54

L16N
9164

E€T6A

o o d

0061
6681
8683
L68S

i

268D
T68L

9881
§881

4

i

3

088a

LL8M
9.8S

0 $.80

€481

L

698
8981

998D
S98L

0L6N

S96'T

€£96S

83965

9564

Ly64

0 9%6S

o6y

Lged

1}

4
¢
¢
¢
¢
¢
[erel |

€701
¢vOoTL

6€0TI

TEOTA
0€0Td

YCOTN
€20T4
22011

0Z0Th
6101V

LT0TD
0T0T.L

900TI
SO00TA

e Molecule 1: IemE protein

€00TN

97%

Chain Ag:

O

R LDWIDE
PROTEIN DATA BANK

W



Page 55 wwPDB EM Validation Summary Report EMD-24024, TMUW

M801
|
804
|
Q807
|
Q810
|
K813
V815
817
821

R797

. SEEE

°
=
=5
9]
a
=3
)
=
—
a
8
&3]
k]
S
o
—+
e.
=

Chain Eg: ~. 97%

)
=}
=
[
o
4
o
m

(3
1
g
w

o
|
©
3
m
k4
I
>
1
>
w
=
z
=



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 56

740N

9184
ST8A
€18y
C18M

608A

908L

2081
TO8KW

l6.4

£€6.3

16.0

e Molecule 2: Type IV secretion protein IemK

29%

17%

51%

Chain EH: -

EVIY

€ETI

0€TT

(44 %

STTH

601X

L0TI
90TA

9GCA

7521

TScH

3

LyTv

el
[VigA%

8ETN

SETL

61T
8TCL

912d

Y1

[454%

S0zh
021
€0CN
00zs
967171

781S
€810

-
Ll

6L1T

TLTT
0L1Yd

291d

8STA

YSTL

.

©
©
N
=

TS1d

LYTL

2GeN

67EM

9%€1

6EEN

YEEL

zeea

62EL
8TEN

443

ceed

0zeT

L1€7T

STEL

ETEN

TTEW
0TEN

80EN

90€T

Toed

962A

L8TA

§8cd

€.L2d

D E

O

R L DWI
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 57

tein IemK

ion pro

: Type IV secret

e Molecule 2

29%

19%

49%

Chain FH

TETN
0€TT
6CTY
9TTh
[44 %
STTH

60T

L071
90TA
S0TH

8¥cA

3

(G7AN
6€CT

9€Td

991d

TSTL
TSTd
0STX

LYTL

€ETI

3

9TEN
STEL

ETEN

TIEW

86CS

tein IemK

962A

68¢d

ion pro

182A

0821
6,271

Type IV secreti

e Molecule 2

29%

19%

51%

Chain GH

EVIV

TETH

L1748

STTH
vi1a
ETTA

601X

1071
90TA

L

€0ZN

1671

3

Type IV secret

S8TL
78IS

9LIA

€L10

e A e

1

TLTT
0Ly
6911
89TA

L8T4
9310

78Tl
TS1d

LYTL

0 19€71
|
BSEW
9veT

6EEN
8€€d

veel

62eL
8CEN
LTES
9CEY

wzen

0zeT

3

STEL

€TEA

26CS

tein IemK

062d

L8TA

C8CH

ion pro

6,271

LLeN

gLed

S9CS

85ZH

e Molecule 2

982N

¥se1
€520

29%

17%

52%

Chain HH

8¥1d

8€TH

TETH
0€TT

L1748

STTH

601X

LOTI
90TA

Ll

672

1
b

{4448

9€Td

€€TT

0. 1€24
0€21
6224

92T1
S2eTN

61CY
8121
L12Y

S12I

crelL

60CL

%021
£0CN

T0zs

06Td

88Td
L8TV

€810
08TA

€LT0

TL1T

3

S0 OO

L91d
991d

6GTN

181d
0GTY

¢

65€d

9G€T

YSEN
LYEN
9%€T
SPeT

THeN

6EEN

LEEX

vzen

ceed

9TEN
STEL

TIEN

coey

L6TA
96CA

S.2S

€Led

1.9

(44

PAetd}
9G2A

R LDWIDE

w_ 0

PROTEIN DATA BANK



EMD-24024, TMUW

29%

19%

wwPDB EM Validation Summary Report

51%

e Molecule 2: Type IV secretion protein IemK

Page 58
Chain IH: =

| |
" gagn TEN
jodac veen mﬂmq geTd Igwu I
0€TT ezl | | BETA
PPEA zel —
62T (235} ] T 5T LEER
| S 6EEH et [“over | i 2€h
9¢Th 0€TT geed ums 6ECT 12€ES 1
o I T "
628l zged 61€1
e SZTN - TC1d - - LTT4
+ 9zeY + £2TA 9TEN < I
+ Iz S 122A k w L
8121 ] Q COp [ ] £TEA |
GOTY [ zrey oteN - so1a 912d L zier OXEd
1 912D STEL v | gter TTEN 1
90TA [ grer | Caten | 90TA BIZH L0TI
Y1l £TEA €121 ¢
€121 e
e R .
.
| L0za mﬂﬂ_
wmmx wmﬂ z62S
5020 nmg €0TN 06¢d g
0TI X zozd — ]
H i ﬂmm
¢ R 8610 oo <
%61 = I g
| ¢ = mmS z8TH =
1611
06Td 0 e 1671 a
mm:, ¢ ) [ osrd o)
= 63TM L1TN B
agTL “ m | m
o § : A -
oﬂ:, M m mmS ¢ o m
¢ = 08TA ¢ = ®
29ZN m N 1 ’ m MJ
| 19zd | ) <
0929 3 < ST ¢ 3
Cesth @ ¢ %
R = gous ¢ >
95zA 0 TLTT
a5z m oL1d ¢ m
Cveen = 6911 ¢ =
1514 £52a = 1 =
[ | [ | 8529 0.
0T 05ZA 291d sy 2 .
[ | | evea )\ - 1918 95zA 65€d N -
LYTL 8HTA <@ | 0911 [ | [ | < H
| ovTD Lyey = — o.mﬁz €520 mmmq = =
ap1d | oved | ) - Q
[ | k4] < o 157d €5EA < o
9ETL | | o = 0STY [ ] o =
[ | 0¥zl ¢ et M < [ | 9vET M <
£ETT 6521 [ ] = LVTL ovey sveT -~
| zew 8ETH 93T ° (@) [ | | swed BHEA ) (@)

D E

R L DWI

O
PROTEIN DATA BANK

erbDeBe

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 59

6%2a
8%CA

igas

0%CL

8ETH
LETA
9ged

€T

Teey
0€TT
622d

L12Y

€121

TN

802y

(438 4
T6TI

18TV

1

€810

1814

8.L1S

9LTA

€LT0

Ll

0911

8SGTA

GSTS

8¥%1d

9%ID

EVIV

Tves
Tvex

veel

2eed

0EES

8CTEN

0ZeT

L1€T
9TEN
STEL

€TEA

60€d

90€T
SOEM

€0€Y

.

29TN

t e

65€d

+

0SEH

8¥es
LYEN
9%€T

4%

tein IemK

ion pro

Type IV secreti

e Molecule 2

29%

18%

52%

Chain KH

TSTL

LYTL

8€TH

€ETI

0E€TT

8TIN
4174

60T

S0Td

%521

zsea
152

672
8YCA

¥¥ed

el
0¥%Zl

8ETH
622y
T2CA

02z
61231

L

Pren
€121

TTCN
01Zs

L02a

sozh

T0Zs

8610

T

061d

€810
2811
1814
08TA

£

TLTT

89TA
L97d
991d

6GTN
8GTA

SGTS

oy

LYEA

¥ven

T7eN

6EEN

(44}

PAetd}

e Molecule 2

SGcH

tein IemK

ion pro

Type IV secreti

29%

20%

48%

Chain LH

0€TT

Ll

L1TH

STTH
vi1a

OTTH

LOTI

S0Td

€0ZN

88Td
18TV

v81S
€810

08TA
6L11

9LTA
SL14

LIS

0L74

89TA

%918

1918
0911

8STA

SS18

CSTL

0STX

8¥1d
LYTL

€ETI

A L .

TTER

90€T

96CZA
S621

Ll

%821

C8CH

6.CT

9.2Y

Yled

69€d
98eT
9veT
SveT
vven

T7eEN

tein IemK

ion pro

Type IV secreti

e Molecule 2

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 60

29%

17%

51%

Chain MH

0€TT
{44 %]
STTH
ETTH

TT1V

152

e

Eizd)]

8ETH
€€TT
0€TT
6zcyd
92T1

81CL

(4549
80T
sozh
€0CN

1671
061d

L8TY
€810

€LTD
LIS

0L74

89TA

8GTA

PSTL

CSTL

0STH

LYTL

157458

SETH
YETA

TETD

8TEN

Tees
0zeT
6T€I

L1€7T
9TEN
STEL

TIEN

SOEM

£0eY
coey

L6ZA

88¢d

S8¢d

C8CH

0821

LLTN

S.es

+n

tein IemK

ion pro

Type IV secreti

e Molecule 2

33%

22%

43%

14%

Chain VH

6%1d

LYTL

rqc

9TTL
STTH

601X

90TA

el
oveL
6€TT
8ETN

9€Td

i

2ETH

OO VOO POO G000

0€TT
62ccy

92e1

81CL

LOES

L6TA
96CA

0 z62S
(L
0 062d
0 682d

¢

¥8C1
£8CA

i

1821

-

PEtdi]
992A
S92

> o

€92a
(41418
TScd
LvTV

vl

8SEA

0 9g€1
4

€SEN
2GeN

<>

o o o 2 4

LYEA
9Y€T

6EEN
8€ed
LEER

YEEL

ion pro

ceea

0ges
62EL

743

PO GOOPSO & OO oo

Tzes

)
-
™
H

9TEN
STEL
vied
ETEN

-

¢

tein IemK

Type IV secreti

e Molecule 2

R

m

m

.

X

~

—

R

00

<
R
0
—

=

e

o]

mmw

91D

PeTx
€ETI

0€TT

L1774

€TTH

3

LOTI

68TM

L8TV

€810

08TA
6L11

9LIA

0L1Y4

PASRE

CSTL
TS1d

6%1d

LYTL

R LDWIDE

w_ 0

PROTEIN DATA BANK



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 61

[Te ~
[} [}
N N
= =

COPOPPPO V000G 00 9009090000000

o 2 ]
[l o0 <
™ o ¥}
n = x

29TN

852D

8GEN

©
rel
™
)

Sy
w0
iz}
=

62EL
8CEN

i

veen

e Molecule 2: Type IV secretion protein IemK

i

¢

33%

17%

47%

21%

Chain XH:

LYTL
9vID
S¥1d

9TTL

ETTA
[4%¢

601X
801d

90TA
S0TH

S52H

8¥%CA

3

el
0%2L

8ETH

TETH

0€T1
622Y

GTTN

€2TTK

4548

(4548

07128

8023

o0gM
so0zb
02T
€0ZN

9611

68TM

18TV

G8TL
¥8T1s
€810
2811

9LTA

0971
B6STN

CSTL

0STX

8T€EL

w ©
-
o
=

™
-
o
=

©
o
(2]
~

[5e] ©
=2} D
N N
~ =

COPPO PP PPPPPP0PPPPPPPP09900 9090909000090
COPPPPPPPPO 90 900 9909099090999 9090%%0%9090

29TN

PXeidi]

8GEA
L5€31

© Ny
Sy [T
™ o
= =

6EEN
8€€d

ceeda

o
%)
™
%)

743

> <

e Molecule 2: Type IV secretion protein IemK

0 0zeT

R

m

m

.

R

©

—

X

o

<
X
o
—

)

o=

<

-~

o

9zTh

E€CIN

121d

LTTH

STTH
vi1a

OTTH

Lyey

1574
oveL

€€CT

Tecy
0€T1

912h
01Zs

L02a

sozh
%021
€0CN

T6TI
061d

+

1874

9LTA
SL74

0LTd

L91d
991d

291d

6SGTN

LST4d

1S1d
0STY

LYTL

PETX

982D

¥8¢1

>

<>

@ & SO0 OO

BEEN
8€EH
LEEX

0€es

e Molecule 2: Type IV secretion protein IemK

X

m

m

.

R

m

—

X

o~

n
N
m
o~

N

=

o=

<

mmw

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 62

LYTL

9€TL

TETH
0€TT

T21d

STTH

2¢ETH

622d

92T1
S§ZZN

11408

8121

912h

9611

68TM

€810

+

€LT0

Ll

6STN

TS81d
0STX

[re) 0 © o
(=3 — o N
0 o M «®
= B = =

— [T}
© 0
N N
= 5]

e e e A sl

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

~
7o)
o0
B3

o)
0
)
o

o o < o
o & Sy wn
o o o0 2]
= o = T

e Molecule 2: Type IV secretion protein IemK

29%

20%

50%

Chain BH: ™

€A

(4458

L1748

STTH

ETTA

OTTX
601X

L0TI
90TA
S0TH

0911

€STV
2¢STL
TS81d
0STX

LYTL

0 19€1

9G€T

3

csen

SveT
vveA
gved

Tved

Tzes

9TEN
STEL

E€TEN
962A
{414
182A
T8CH
18C1

08271
6.T71

LLTN

v.cd
€L2d

79Ty

e

%

e Molecule 2: Type IV secretion protein IemK

2520

29%

18%

51%

Chain CH:

6%1d

€ETI

0ETT

8TIN

vi1a

601X

1071
90TA

6.271

LLTN

€L2d

0,23

6GCA

182d
982A
el
92T

[4sta8
TScH
0STA
6%2a

9€ed

€eeT

zrelL
11N

102

0TI
€0CN

T0CS

781s
€810

1814

6L11

9LTA
SL14

0L1Y4

89TA

0971
6STN

2STL

¢

65€d

gsed
PSeEn
€GEN

LYEN
9YET

vven

15728

LEEX

SEEH

L

62eL

Ll

9TEN

3

(4598
60€d
90€T
S0EM
voev

96CA

e Molecule 2: Type IV secretion protein IemK

Y6z
€624
26TSs

68¢d
88¢d
182N

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-24024, TMUW

29%

19%

wwPDB EM Validation Summary Report

50%

Chain DH: -

Page 63

0SCA

9vCH

i

1

921

LETA
9€¢d

veen
€€q1

0€T1

LTTY

SeeN

(444

612)

912

€121

112N

80ey
,0cd

502h

€0TN

06Td

OO0 o

88Td
L8TV

LYEA

S¥ET
vven

8€€d

62EL

SzeT

0zeT
61€I

9TEN
STEL

vied
€TEA

0 60€d

90€T

96CZA

vecH

18TA

¥8C1

08T1

8.2a

§.Ts

9T

6S9CA
852D

7521

TSTA

20%

17%

58%

i

e Molecule 3: Inner membrane lipoprotein YiaD

Chain EK: &

ELN
TLh

0LA

S91

€9

9814

9814
7814

28TI

6.T4

LLIN

€LTQ

€9TA

+

€911

1518

6214

[445)
1218

9TTA
STTL
YITI

e Molecule 3: Inner membrane lipoprotein YiaD

CITI

20%

15%

> &

60%

Chain FK: =

8LI
LLS
9.1

€L1Q

69TL

Ll

L8T0
9STL

¥STI
€STI

0S7a
6%IA

0ETH
L2131
L1TL

YITI

064

180

1

e Molecule 3: Inner membrane lipoprotein YiaD

€81

20%

19%

S 0 <

58%

Chain GK: =

€871

188

ELN

LD

LOA

7814

2811

€L1d

0411

S9TI

€9TA
291d

LSTD
9STL

R L DWI

¥STI

0STa

9%1s

4438

(4745

6cTd
8CTY

6TTA
8118
L1TL
9TTA

YITI

D E

O
PROTEIN DATA BANK

erbDeBe

W



EMD-24024, TMUW

20%

19%

60%

wwPDB EM Validation Summary Report

Chain HK: &

e Molecule 3: Inner membrane lipoprotein YiaD

Page 64

SLT

L9
: mesm o T =
1.9 59T [ | [ 6.1
ozt ] eor el L
e Tos | LLIN
aov e oo e lema
s N 0971 I - 515
5 1 i o
o 1878 9511 2,1
S €93 08TA X M SS) 1
€9 N z9% 614 Q S8 $STL ~ ber 89TA
S e vs1 el
091 LLIN | es1 zaL 99TL
| sl —
89TA T 0s1a
' L ets . 0sa 67TA X
1A 99TL [ ] 8719 n

©
<
QI
© N~
& 5
a0
<
<
-
a
<”I
+<r
o
~__o
.
o o

LLIN
X ¢ 1810 ¢ zy1d Ll —
~ I X [ ] X €371
¢ Q ¢ 8eTH ~ ¢ z3Td
6311 o varT ¢ i ¢ e
| 831D [ | wm:, 081a
1810 baak! 69TA
9STL [ | | A 0zTS [ | |
pssam S \.ma e 6114 e wms
911 | er1s |
s oty o~ LTTL - ogTy
= e o | = e
D 8z1Y D TTTH D 8z1Y
m 9zZTA m 8010 m 9zZTA
aQ, | aQ, | Q, |
o [7at o 8671 o 0z1s
o, 1218 o [ | o | |
= [ | = 965 = LTTL
o s s g i A o
=) ~ 9TTA =) N z6N = EN
< n 1470 &S] N 161 ] n £ITY
.m P11 1m. 0 064 .m [ etrr |
Lemy | esd TN
m mm: m 8gs m
180 r
= 1018 = 98a = 661
| oomn gy | g1
g 661 g [ oved g 168
m [ | m €81 m m?
365 | eev
= = N i = '
R | 161 REEEE | 8.1 8Ty RCEEER 180
o P o .. i e 2 ]
= e 280 = e G = €81
O = ] O - [ v 6.1 5} N |
< o €81 9 = ELN e g = c2L
o = [ | &) = [ | LLIN o = 38T
M o] 8.1 M o 0LA [ | M o] *
= [ us = [ e9s gL1a =
° O 9.1 ° @) 89y [ | ° @ VLA 1818

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

e Molecule 3: Inner membrane lipoprotein YiaD



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 65

20%

21%

55%

Chain LK: =

9%

ovx

>0 @

6.L14
LLIN
S9TI

L8T0
9GTL

¥STI
€STI
STy
1818
LyT0

537499
[474%

9ETYd

P © N~ M ¢ w0 ~ 0 @
885™3a8a™a"™ag pelpeliel  peloglaial
<=ACc mA = 8] = < H B 2] m o

e Molecule 3: Inner membrane lipoprotein YiaD

20%

19%

57%

Chain AK:

A& 4

8.1

9.1

TLh
TLD

€93

0971

0sa

S7A

171

¥8T4
€8TL

6L14

€L1a

89TA

99TL

€9TA

+

LSTD

YSTI

ZSTH

{4498

8214

9TTA

LTTL

STTL

11l
TTTY

L0TX

861

o
@
(7]

1671
064

888
280

e Molecule 3: Inner membrane lipoprotein YiaD

S8V

188

20%

5%

20%

55%

Chain MK: =

LLS
9LI

*

TLD
0LA

L9A
9934

{421

8y

9%

>

7814
€8TL
2811

20%

L

€LTa

69TL
89TA

99TL

-
21%

LSTD
9STL
SSTd

4%
1G1S

¢

67TA

SYTM
{449

0eTYd

57%

9TTA

STTL

(4358

90T1

661
861

£6M
26N
167
064

©
sl
wn

e Molecule 3: Inner membrane lipoprotein YiaD

Chain BK: =

SOO®

0LA

9934
S9I

091

S8

TSL

0sa
6%D
8YV

9%a
StA

28TI

08TA

69TL

091D
6STT

9STL

¥STI

0S7Q
6%TA

LETS
0ETY

621d
8214

9CTA

(4958

0ozTs

L1TL

TTId

L0TX
9011

861

3968

e Molecule 3: Inner membrane lipoprotein YiaD

£6M
6N
1671
064
180

€81

TLh

20%

21%

54%

Chain CK: =

ELN

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 66

7814

2811

08TA
6.T4

LLIN
9.L1d

0LTT

99TL

€91

i

9ETYH

6214

[4a%t
1218

4228

TTTY

8010

90T1

20TI

S6S

26N

064

o)
©
0w

98d

€81

3

SL1
YLK

98TY

e Molecule 3: Inner membrane lipoprotein YiaD

20%

19%

59%

Chain DK: -

> &

26N

188

9.1

L9A
99

LS

eI
€91

e Molecule 4: Outer membrane protein, OmpA family protein

31%

Ll

14%

52%

Chain EL:

09A

8N

YvH

8LIN

9.L1S

VLIS

CTLIA

0L1Q

8974

99TV
S9TA

{4458

€ET

3

6CTL

LTI

4%

YTl

6011
80Ta

SOTI

{40158

L61

76A

T6A

e Molecule 4: Outer membrane protein, OmpA family protein

70Ty
€021

06TH

31%

16%

51%

Chain FL:

AL
€4a
24d

8YN

Y¥H

SSTT

€ETA

0eTa
6CTL

1211
9211
SCT1

L

T21a

STT0
PITI

)

80Ta

161

veA
€61

[4:4i]
T€ecI
oged
62CI
8zey
Lgey

61CI

¢6Td
T6TL

e Molecule 4: Outer membrane protein, OmpA family protein

31%

18%

48%

Chain GL:

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 67

b4

€STY
0STN
445
PN
(A58
6ETY

€ETA

TETH

€ETM
zeed
T€CI

822d

e Molecule 4: Outer membrane protein, OmpA family protein

9z
szTh

0geI
L12N

4548

elorace
€021
€6TT
06TH

CTLIA

0L1a
69TL
8974

99TV

Ll

SST1

31%

18%

49%

Chain HL:

98V
it
AL
£€9a

67N

L

8LTX
LLTH

CTLIA

0L1a
69TL
8974
191D
99TV
S9TA

¥STT

6ETYH

11

{4488

0zTd

PITI

L0174

vOTH

T01S

zeeh
TecI
ogcd
6201
8Ty
praas
9TTN
szeh

cTTH

0ceI
612CI

912a

e Molecule 4: Outer membrane protein, OmpA family protein

121

0tea

102D
90T

€611

T6TL

31%

18%

51%

Chain IL:

60TT

9071

¥0Th

o
Ol- N m Lo N oo o
X BN OGR
S = - = (28] ~ A

T€CI

e Molecule 4: Outer membrane protein, OmpA family protein

6cCI
82Ty

szeh
0zeI
(454
9023
96TN
2614
06T
281S

8LTY
LLTH

¥L18

31%

14%

52%

Chain JL:

180

87N
LYA

Y¥H

06T

ZAN)

CTLIA

0L1a

99TV

YT

8%11

€ETA

TETH

9CTI

iZ4%%
€2Td

STTD
4998

60T1T

€61

T6A

€eTM
zeTh
TecI

8T2d

9zTN

-

otea

90cd

€021

0o0zy

T6TL

D E

O

R L DWI
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 68

e Molecule 4: Outer membrane protein, OmpA family protein

31%

17%

49%

Chain KL: &

LS
T3d

67N

99TV

e Molecule 4: Outer membrane protein, OmpA family protein

31%

15%

53%

Chain LL:

LSA
98V

LS

88TL

781V

18711

6.T4

Ll

CLIA

0.1
69TL
8914

99TV
S9TA

6ETYH

€ETd

3

6CTL

9¢TI

jZ40%
€T

e Molecule 4: Outer membrane protein, OmpA family protein

Tera

STTD
j4228

6071
90TI

€671

zETh
TecI
0€TH

822d

9z
seeh

0geI

0712a
90T

06TH

31%

17%

51%

Chain ML: =

€90d

9SGV

==

CLIA

0LTa
69TL
8914

99TV

1918

6STd

0%TT

8ETd

3

6CTL

Q_©Ok®o®odN
AW NN N®m®
N oN NN NN
L= = mHEHO

€021
cocy

€611
06TH
68TH
88TL
1874

1811

e Molecule 4: Outer membrane protein, OmpA family protein

31%

18%

49%

Chain AL:

67N
8YN

Y¥H

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 69

zeTh
TecI
0€TT
6221

1224

seeh
0geI

912a

0 orza
|
90z
€021

cocy
10T

e Molecule 4: Outer membrane protein, OmpA family protein

T6TL

1874

LLTH

31%

5%

14%

50%

Chain BL:

SLTd

CTLIA

0L1a

6971
09A -

-

LSA

8N

YYH

1271

2Tl
¥CiL

124

e Molecule 4: Outer membrane protein, OmpA family protein

erey

0tea

9023

€021

Ll

1814

31%

17%

50%

Chain CL: =

180

67N
87N

Y¥H

99TV
S9TA

€971

SSTT

0711

zeTh
T€CI

e Molecule 4: Outer membrane protein, OmpA family protein

6ccI
8¢2H

922N
szeh

LTCN

124

0 otea
|

90cd

T0CH

veTM

06T

Y.L18

CTLIA

0L1a
6971
8974

31%

20%

47%

Chain DL:

09A

£€9a

8¥1T

SPTA

EVTI

3

B6ETY

9€TS

€ETA

3

6CTL

1211

(4%
€2TY

T21d

6TTA
81T

9TTX
STTh

oTTd
6011
80Td

L6I

76A
€61

T6A

T€CI

62CI
8¢cy

[444]

ozer
61CI

912a

€12V

0 orea
|
90zd
€611

LLTH

CTLIN

0L1a
69TL
8914

99TV
S9TA

Ll

€5TY

0STN

D E

O

R L DWI
PROTEIN DATA BANK

W



EMD-24024, TMUW

wwPDB EM Validation Summary Report

Page 70

e Molecule 5: DUF2807 domain-containing protein
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4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided
Number of particles used 42013 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AMPLITUDE | Depositor
CORRECTION
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 50 Depositor
Minimum defocus (nm) Not provided
Maximum defocus (nm) Not provided
Magnification Not provided
Image detector GATAN K3 (6k x 4k) Depositor
Maximum map value 7.809 Depositor
Minimum map value -3.314 Depositor
Average map value 0.095 Depositor
Map value standard deviation 0.541 Depositor
Recommended contour level 2.25 Depositor
Map size (A) 561.0, 561.0, 561.0 wwPDB
Map dimensions 250, 250, 250 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 2.244, 2.244, 2.244 Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

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

angles).
. Bond lengths Bond angles
Mol | Chain | pyia7 17 55 | RMSZ #|Z| >5
1 AG 0.22 0/1250 0.52 0/1699
1 Ag 0.14 0/278 0.31 0/377
1 BG 0.22 0/1250 0.54 1/1699 (0.1%)
1 Bg 0.18 0/278 0.35 0/377
1 CG 0.22 0/1250 0.54 0/1699
1 Cg 0.15 0/278 0.32 0/377
1 DG 0.22 0/1250 0.54 0/1699
1 Dg 0.18 0/278 0.34 0/377
1 EG 0.21 0/1250 0.52 1/1699 (0.1%)
1 Eg 0.16 0/278 0.36 0/377
1 FG 0.22 0/1250 0.51 0/1699
1 Fg 0.14 0/278 0.33 0/377
1 GG 0.22 0/1250 0.53 0/1699
1 Gg 0.17 0/278 0.38 0/377
1 HG 0.22 0/1250 0.55 0/1699
1 Hg 0.15 0/278 0.33 0/377
1 IG 0.21 0/1250 0.52 0/1699
1 Ig 0.16 0/278 0.32 0/377
1 JG 0.21 0/1250 0.55 1/1699 (0.1%)
1 Jg 0.16 0/278 0.35 0/377
1 KG 0.23 0/1250 0.55 2/1699 (0.1%)
1 Kg 0.17 0/278 0.34 0/377
1 LG 0.21 0/1250 0.53 1/1699 (0.1%)
1 Lg 0.16 0/278 0.36 0/377
1 MG 0.21 0/1250 0.50 0/1699
1 Mg 0.16 0/278 0.36 0/377
1 NG 0.21 0/1250 0.55 0/1699
1 0G 0.21 0/1250 0.53 0/1699
1 PG 0.21 0/1250 0.53 0/1699
1 VG 0.17 0/278 0.47 0/377
1 WG 0.17 0/278 0.36 0/377
1 XG 0.19 0/278 0.53 0/377
1 YG 0.18 0/278 0.43 0/377
1 7G 0.18 0/278 0.45 0/377

EMD-24024, TMUW
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. Bond lengths Bond angles
Mol | Chain | o717 55 | RMSZ 4| Z| >5
2 AH 0.19 0/2033 0.41 0/2775
2 BH 0.19 0/2033 0.41 0/2775
2 CH 0.18 0/2033 0.40 0/2775
2 DH 0.19 0/2033 0.40 0/2775
2 EH 0.18 0/2033 0.40 0/2775
2 FH 0.18 0/2033 0.40 0/2775
2 GH 0.19 0/2033 0.40 0/2775
2 HH 0.18 0/2033 0.39 0/2775
2 IH 0.18 0/2033 0.41 0/2775
2 JH 0.17 0/2033 0.38 0/2775
2 KH 0.18 0/2033 0.40 0/2775
2 LH 0.22 0/2033 0.44 0/2775
2 MH 0.18 0/2033 0.39 0/2775
2 VH 0.16 0/1921 0.40 0/2620
2 WH 0.16 0/1921 0.39 0/2620
2 XH 0.16 0/1921 0.40 0/2620
2 YH 0.17 0/1921 0.41 0/2620
2 ZH 0.16 0/1921 0.40 0/2620
3 AK 0.20 0/1195 0.41 0/1616
3 BK 0.20 0/1195 0.42 0/1616
3 CK 0.20 0/1195 0.38 0/1616
3 DK 0.20 0/1195 0.39 0/1616
3 EK 0.20 0/1195 0.40 0/1616
3 FK 0.20 0/1195 0.41 0/1616
3 GK 0.20 0/1195 0.41 0/1616
3 HK 0.20 0/1195 0.38 0/1616
3 IK 0.21 0/1195 0.40 0/1616
3 JK 0.20 0/1195 0.41 0/1616
3 KK 0.20 0/1195 0.40 0/1616
3 LK 0.20 0/1195 0.41 0/1616
3 MK 0.19 0/1195 0.37 0/1616
4 AL 0.20 0/1417 0.45 0/1912
4 BL 0.20 0/1417 0.44 0/1912
4 CL 0.20 0/1417 0.43 0/1912
4 DL 0.20 0/1417 0.45 0/1912
4 EL 0.20 0/1417 0.44 0/1912
4 FL 0.20 0/1417 0.43 0/1912
4 GL 0.20 0/1417 0.45 0/1912
4 HL 0.20 0/1417 0.44 0/1912
4 IL 0.20 0/1417 0.44 0/1912
4 JL 0.19 0/1417 0.46 0/1912
4 KL 0.20 0/1417 0.44 0/1912
4 LL 0.20 0/1417 0.46 0/1912
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Bond lengths

Bond angles

Mol | Chain | o717 55 | RMSZ 4| Z| >5
1 | ML | 020 | 0/1417 | 0.42 0/1012
5 | AM | 018 | 0/1678 | 0.44 0,/2262
5 | BM | 018 | 0/1678 | 0.42 0,/2262
5 | CM | 018 | 0/1678 | 0.43 0,/2262
5 | DM | 018 | 0/1678 | 0.42 0,/2262
5 | EM | 018 | 0/1678 | 0.4l 0,/2262
5 | FM | 018 | 0/1678 | 0.42 0,/2262
5 | GM | 017 | 0/1678 | 0.39 0/2262
5 | HM | 018 | 0/1678 | 0.43 0,/2262
5 | IM | 019 | 0/1678 | 0.5 0,/2262
5 | JM | 017 | 0/1678 | 0.43 0,/2262
5 | KM | 0.18 | 0/1678 | 0.43 0/2262
5 | LM | 017 | 0/1678 | 04l 0,/2262
5 | MM | 018 | 0/1678 | 0.4l 0,/2262
6 | AN | 019 | 0/593 | 0.36 0,799
6 | BN | 019 | 0/593 | 0.38 0/799
6 | CN | 018 | 0/593 | 0.0 0/799
6 | DN | 018 | 0/593 | 0.37 0/799
6 | BEN | 019 | 0/593 | 0.39 0,799
6 | FN | 018 | 0/593 | 0.37 0,799
6 | GN | 018 | 0/593 | 0.0 0/799
6 | ON | 018 | 0/593 | 0.38 0/799
6 IN | 019 | 0/593 | 0.39 0/799
6 JN | 019 | 0/593 | 0.37 0/799
6 | KN | 019 | 0/593 | 0.38 0/799
6 | LN | 019 | 0/593 | 0.38 0,799
6 | MN | 020 | 0/593 | 0.42 0/799
9 | AD | 022 | 0/1107 | 0.49 0/1502
9 | Ad | 018 | 0/1078 | 0.37 0/1463
9 | BD | 0.19 | 0/1107 | 0.46 0/1502
9 Bd | 0.17 | 0/1078 | 0.37 0/1463
9 | CD | 020 | 0/1107 | 0.47 0/1502
9 Ccd | 0.7 | 0/1078 | 0.38 0/1463
9 | DD | 021 | 0/1107 | 0.48 0/1502
9 | Dd | 018 | 0/1078 | 0.42 0/1463
9 | ED | 020 | 0/1107 | 0.49 0/1502
9 Ed | 017 | 0/1078 | 0.37 0/1463
9 | FD | 021 | 0/1107 | 0.49 0/1502
9 Fd | 018 | 0/1078 | 0.40 0/1463
9 | GD | 021 | 0/1107 | 0.49 0/1502
9 | Gd | 018 | 0/1078 | 0.39 0/1463
o | HD | 021 | 0/1107 | 0.50 0/1502
9 | Hd | 017 | 0/1078 | 0.40 0/1463
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. Bond lengths Bond angles
Mol | Chain | o717 55 | RMSZ 4| Z| >5
9 ID 0.21 0/1107 0.51 0/1502
9 Id 0.18 0/1078 0.41 0/1463
9 JD 0.20 0/1107 0.47 0/1502
9 Jd 0.18 0/1078 0.36 0/1463
9 KD 0.20 0/1107 0.48 0/1502
9 Kd 0.17 0/1078 0.36 0/1463
9 LD 0.21 0/1107 0.47 0/1502
9 Ld 0.18 0/1078 0.39 0/1463
9 MD 0.21 0/1107 0.48 0/1502
9 Md 0.18 0/1078 0.42 0/1463
10 AF 0.14 0/490 0.34 0/660
10 Af 0.17 0/456 0.50 0/615
10 BF 0.14 0/490 0.30 0/660
10 Bf 0.15 0/456 0.33 0/615
10 CF 0.15 0/490 0.32 0/660
10 Ct 0.16 0/456 0.35 0/615
10 DF 0.15 0/490 0.38 0/660
10 Df 0.14 0/456 0.35 0/615
10 EF 0.14 0/490 0.35 0/660
10 Ef 0.15 0/456 0.34 0/615
10 FF 0.15 0/490 0.34 0/660
10 Ft 0.15 0/456 0.33 0/615
10 GF 0.14 0/490 0.35 0/660
10 Gt 0.15 0/456 0.35 0/615
10 HF 0.16 0/490 0.39 0/660
10 Hf 0.15 0/456 0.36 0/615
10 IF 0.16 0/490 0.33 0/660
10 It 0.15 0/456 0.36 0/615
10 JF 0.14 0/490 0.39 0/660
10 Jt 0.14 0/456 0.31 0/615
10 KF 0.14 0/490 0.36 0/660
10 Kf 0.15 0/456 0.34 0/615
10 LF 0.17 0/490 0.39 0/660
10 Lf 0.16 0/456 0.38 0/615
10 MF 0.16 0/490 0.34 0/660
10 Mf 0.14 0/456 0.31 0/615
10 VF 0.13 0/490 0.33 0/660
10 WF 0.15 0/490 0.33 0/660
10 XF 0.14 0/490 0.31 0/660
10 YF 0.14 0/490 0.34 0/660
10 ZF 0.14 0/490 0.33 0/660
11 AC 0.20 0/1957 0.40 0/2651
11 BC 0.20 0/1957 0.39 0/2651




Page 108 wwPDB EM Validation Summary Report EMD-24024, TMUW

. Bond lengths Bond angles
Mol | Chain | o717 55 | RMSZ 4| Z| >5
11 CC 0.20 0/1702 0.40 0/2315
11 DC 0.20 0/1702 0.39 0/2315
11 EC 0.21 0/1702 0.43 0/2315
11 FC 0.20 0/1957 0.39 0/2651
11 GC 0.21 0/1702 0.42 0/2315
11 HC 0.20 0/1702 0.40 0/2315
11 IC 0.20 0/1702 0.40 0/2315
11 JC 0.20 0/1957 0.40 0/2651
11 KC 0.20 0/1702 0.39 0/2315
11 LC 0.20 0/1702 0.42 0/2315
11 MC 0.21 0/1702 0.42 0/2315
All All 0.19 | 0/190816 | 0.42 | 6/258661 (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 BH 0 1
2 JH 0 1
2 MH 0 1
All All 0 3

There are no bond length outliers.

The worst 5 of 6 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(®)
1 LG 939 | THR | N-CA-C | -6.46 106.36 114.56
1 KG 1009 | ALA | CA-C-N | -5.36 113.32 122.11
1 KG 1009 | ALA | C-N-CA | -5.36 113.32 122.11
1 BG 939 | THR | N-CA-C | -5.35 107.77 114.56
1 EG 939 | THR | N-CA-C | -5.22 107.93 114.56

There are no chirality outliers.

All (3) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
BH 321 | SER | Peptide
JH 321 | SER | Peptide
MH 321 | SER | Peptide

DO DO DN
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5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AG 1229 0 1231 25 0
1 Ag 276 0 263 10 0
1 BG 1229 0 1231 36 0
1 Bg 276 0 263 10 0
1 CG 1229 0 1231 27 0
1 Cg 276 0 263 4 0
1 DG 1229 0 1231 33 0
1 Dg 276 0 263 7 0
1 EG 1229 0 1231 25 0
1 Eg 276 0 263 7 0
1 FG 1229 0 1231 23 0
1 Fg 276 0 263 9 0
1 GG 1229 0 1231 30 0
1 Gg 276 0 263 15 0
1 HG 1229 0 1231 29 0
1 Hg 276 0 263 8 0
1 IG 1229 0 1231 31 0
1 Ig 276 0 263 11 0
1 JG 1229 0 1231 28 0
1 Jg 276 0 263 8 0
1 KG 1229 0 1231 32 0
1 Kg 276 0 263 11 0
1 LG 1229 0 1231 33 0
1 Lg 276 0 263 4 0
1 MG 1229 0 1231 27 0
1 Mg 276 0 263 8 0
1 NG 1229 0 1231 34 0
1 oG 1229 0 1231 27 0
1 PG 1229 0 1231 26 0
1 VG 276 0 263 7 0
1 WG 276 0 263 2 0
1 XG 276 0 263 5 0
1 YG 276 0 263 3 0
1 72G 276 0 263 6 0
2 AH 1983 0 2009 43 0
2 BH 1983 0 2009 43 0
2 CH 1983 0 2009 41 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 DH 1983 0 2009 44 0
2 EH 1983 0 2009 46 0
2 FH 1983 0 2009 46 0
2 GH 1983 0 2009 42 0
2 HH 1983 0 2009 42 0
2 IH 1983 0 2009 38 0
2 JH 1983 0 2009 48 0
2 KH 1983 0 2009 42 0
2 LH 1983 0 2009 51 0
2 MH 1983 0 2009 37 0
2 VH 1875 0 1900 38 0
2 WH 1875 0 1900 35 0
2 XH 1875 0 1900 47 0
2 YH 1875 0 1900 45 0
2 ZH 1875 0 1900 30 0
3 AK 1175 0 1221 26 0
3 BK 1175 0 1221 22 0
3 CK 1175 0 1221 27 0
3 DK 1175 0 1221 23 0
3 EK 1175 0 1221 23 0
3 FK 1175 0 1221 25 0
3 GK 1175 0 1221 23 0
3 HK 1175 0 1221 22 0
3 IK 1175 0 1221 23 0
3 JK 1175 0 1221 28 0
3 KK 1175 0 1221 30 0
3 LK 1175 0 1221 31 0
3 MK 1175 0 1221 25 0
4 AL 1388 0 1378 31 0
4 BL 1388 0 1378 32 0
4 CL 1388 0 1378 25 0
4 DL 1388 0 1378 36 0
4 EL 1388 0 1378 33 0
4 FL 1388 0 1378 27 0
4 GL 1388 0 1378 29 0
4 HL 1388 0 1378 32 0
4 IL 1388 0 1378 24 0
4 JL 1388 0 1378 24 0
4 KL 1388 0 1378 30 0
4 LL 1388 0 1378 26 0
4 ML 1388 0 1378 28 0
5 AM 1650 0 1658 51 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
5 BM 1650 0 1658 44 0
5 CM 1650 0 1658 41 0
5 DM 1650 0 1658 39 0
) EM 1650 0 1658 43 0
) FM 1650 0 1658 52 0
) GM 1650 0 1658 44 0
5 HM 1650 0 1658 41 0
5 IM 1650 0 1658 44 0
5 JM 1650 0 1658 41 0
) KM 1650 0 1658 42 0
) LM 1650 0 1658 36 0
) MM 1650 0 1658 46 0
6 AN 582 0 530 9 0
6 BN 582 0 530 14 0
6 CN 582 0 230 10 0
6 DN 582 0 230 14 0
6 EN 082 0 530 6 0
6 FN 582 0 530 14 0
6 GN 582 0 530 10 0
6 HN 582 0 530 10 0
6 IN 582 0 530 12 0
6 JN 582 0 230 11 0
6 KN 582 0 230 9 0
6 LN o982 0 530 7 0
6 MN 582 0 530 6 0
7 AU 45 0 12 1 0
7 BU 45 0 12 2 0
7 CU 45 0 12 0 0
7 DU 45 0 12 1 0
7 EU 45 0 12 1 0
7 FU 45 0 12 1 0
7 GU 45 0 12 2 0
7 HU 45 0 12 0 0
7 IU 45 0 12 0 0
7 JU 45 0 12 1 0
7 KU 45 0 13 1 0
7 LU 45 0 12 1 0
7 MU 45 0 12 1 0
8 AX 240 0 o4 3 0
8 BX 240 0 Y 2 0
8 CcX 240 0 o8 0 0
8 DX 240 0 25 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
8 EX 240 0 o6 1 0
8 FX 240 0 o7 2 0
8 GX 240 0 25 1 0
8 HX 240 0 25 1 0
8 IX 240 0 26 1 0
8 JX 240 0 29 1 0
8 KX 240 0 o6 1 0
8 LX 240 0 29 0 0
8 MX 240 0 o2 0 0
8 VX 240 0 57 0 0
8 WX 240 0 58 0 0
8 XX 240 0 o4 0 0
8 YX 240 0 o4 1 0
8 ZX 240 0 95 1 0
9 AD 1086 0 1121 20 0
9 Ad 1058 0 1092 19 0
9 BD 1086 0 1121 20 0
9 Bd 1058 0 1092 28 0
9 CD 1086 0 1121 17 0
9 Cd 1058 0 1092 24 0
9 DD 1086 0 1121 30 0
9 Dd 1058 0 1092 14 0
9 ED 1086 0 1121 26 0
9 Ed 1058 0 1092 23 0
9 FD 1086 0 1121 22 0
9 Fd 1058 0 1092 19 0
9 GD 1086 0 1121 24 0
9 Gd 1058 0 1092 23 0
9 HD 1086 0 1121 31 0
9 Hd 1058 0 1092 22 0
9 ID 1086 0 1121 23 0
9 Id 1058 0 1092 22 0
9 JD 1086 0 1121 21 0
9 Jd 1058 0 1092 17 0
9 KD 1086 0 1121 25 0
9 Kd 1058 0 1092 16 0
9 LD 1086 0 1121 28 0
9 Ld 1058 0 1092 22 0
9 MD 1086 0 1121 24 0
9 Md 1058 0 1092 21 0

10 AF 483 0 502 13 0
10 Af 449 0 474 12 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
10 BF 483 0 502 8 0
10 Bf 449 0 474 11 0
10 CF 483 0 002 12 0
10 Cf 449 0 474 10 0
10 DF 483 0 202 14 0
10 Df 449 0 474 8 0
10 EF 483 0 502 11 0
10 Ef 449 0 474 11 0
10 FF 483 0 002 11 0
10 Ft 449 0 474 13 0
10 GF 483 0 202 14 0
10 Gf 449 0 474 14 0
10 HF 483 0 502 10 0
10 Hf 449 0 474 8 0
10 IF 483 0 502 8 0
10 It 449 0 474 17 0
10 JF 483 0 502 14 0
10 Jf 449 0 474 8 0
10 KF 483 0 502 13 0
10 Kf 449 0 474 8 0
10 LF 483 0 502 6 0
10 Lf 449 0 474 10 0
10 MF 483 0 002 14 0
10 Mt 449 0 474 15 0
10 VF 483 0 202 14 0
10 WF 483 0 502 13 0
10 XF 483 0 502 11 0
10 YF 483 0 502 13 0
10 ZF 483 0 502 7 0
11 AC 1921 0 1952 39 0
11 BC 1921 0 1952 42 0
11 CC 1667 0 1682 44 0
11 DC 1667 0 1682 31 0
11 EC 1667 0 1682 33 0
11 FC 1921 0 1952 44 0
11 GC 1667 0 1682 33 0
11 HC 1667 0 1682 24 0
11 IC 1667 0 1682 35 0
11 JC 1921 0 1952 35 0
11 KC 1667 0 1682 39 0
11 LC 1667 0 1682 33 0
11 MC 1667 0 1682 35 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
All All 192116 0 190355 3684 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 10.

The worst 5 of 3684 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)
4:JL:129:THR:O | 4:JL:133:PHE:HB2 1.63 0.98
4:FL:129:THR:O | 4:FL:133:PHE:HB2 1.72 0.88
4:CL:166:ALA:HA | 4:CL:206:GLU:O 1.77 0.85
4:GL:166:ALA:HA | 4:GL:206:GLU:O 1.76 0.84
4:HL:166:ALA:HA | 4:HL:206:GLU:O 1.78 0.84

There are no symmetry-related clashes.

5.3 Torsion angles (i)
5.3.1 Protein backbone (i)

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 | AG | 161/1048 (15%) | 153 (95%) | 8 100 [ 100]
1| Ag 32/1048 (3%) 30 (94%) 100 ] [ 100}
1 | BG | 161/1048 (15%) | 153 (95%) 100 ] [100]
1 | Bg 32/1048 (3%) 31 (97%) (100 [ 100]
1| cG | 16171048 (15%) | 156 (97%) 100 ] [ 100]
1 | Cg 32/1048 (3%) 31 (97%) 100 [100]
1 | DG | 161/1048 (15%) | 157 (98%) 100 ] [ 100]
1 | Dg 32/1048 (3%) 31 (97%) 100 [100]
1 | EG | 161/1048 (15%) | 158 (98%)
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Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers
1 Eg 32/1048 (3%) 30 (94%) 2 (6%) 0
1 FG 161/1048 (15%) 153 (95%) 8 (5%) 0
1 Fg 32/1048 (3%) 1 (97%) 1 (3%) 0
1 GG 161/1048 (15%) 155 (96%) 6 (4%) 0
1 Gg 32/1048 (3%) 1 (97%) 1 (3%) 0
1 HG 161/1048 (15%) 151 (94%) 10 (6%) 0
1 Hg 32/1048 (3%) 2 (100%) 0 0
1 IG 161/1048 (15%) 153 (95%) 8 (5%) 0
1 Ig 32/1048 (3%) 1 (97%) 1 (3%) 0
1 JG 161/1048 (15%) 154 (96%) 7 (4%) 0
1 Jg 32/1048 (3%) 1 (97%) 1 (3%) 0
1 KG 161/1048 (15%) 157 (98%) 4 (2%) 0
1 Kg 32/1048 (3%) 1 (97%) 1 (3%) 0
1 LG 161/1048 (15%) 154 (96%) 7 (4%) 0
1 Lg 32/1048 (3%) 2 (100%) 0 0
1 MG 161/1048 (15%) 152 (94%) 9 (6%) 0
1 Mg 32/1048 (3%) 29 (91%) 3 (9%) 0
1 NG 161/1048 (15%) 154 (96%) 7 (4%) 0
1 oG 161/1048 (15%) 158 (98%) 3 (2%) 0
1 PG 161/1048 (15%) 155 (96%) 6 (4%) 0
1 VG 32/1048 (3%) 2 (100%) 0 0
1 WG 32/1048 (3%) 2 (100%) 0 0
1 XG 32/1048 (3%) 30 (94%) (6%) 0
1 YG 32/1048 (3%) 32 (100%) 0 0
1 7G 32/1048 (3%) 32 (100%) 0 0
2 AH 256/361 (71%) 240 (94%) 16 (6%) 0
2 BH 256/361 (71%) 239 (93%) 17 (7%) 0
2 CH 256/361 (71%) 247 (96%) (4%) 0
2 DH 256/361 (71%) 244 (95%) 12 (5%) 0
2 EH 256/361 (71%) 245 (96%) (4%) 0
2 FH 256/361 (71%) 246 (96%) 10 (4%) 0

Percentiles

oo] [100]
o] [100]
o | m
o] [100]
00| [100]
o | o
|
o | m
o] [100]
o | m
o] [100]
o] [100]
o | o
o] [100]
o] [100]
o] [100]
o] [100]
o | o
| o
o | m
o | o
00| [100]
o] [100]
o] [100]
o | m
|
o] [100]
o] [100]
o] [100]
o] [100]

Continued on next page...




Page 116 wwPDB EM Validation Summary Report EMD-24024, TMUW

Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 GH 256/361 (71%) 246 (96%) | 10 (4%) 0 |
2 HH 256/361 (71%) 247 (96%) 9 (4%) 0 |
2 IH 256/361 (71%) 240 (94%) | 16 (6%) 0 |
2 JH 256/361 (71%) 242 (94%) | 14 (6%) 0 |
2 KH 256/361 (71%) 242 (94%) | 14 (6%) 0 |
2 LH 256/361 (71%) 243 (95%) | 13 (5%) 0 |
2 MH 256/361 (71%) 240 (94%) | 16 (6%) 0 |
2 VH 239/361 (66%) 229 (96%) | 10 (4%) 0 |
2 WH 239/361 (66%) 232 (97%) 7 (3%) 0 |
2 XH 239/361 (66%) 232 (97%) 7 (3%) 0 |
2 YH 239/361 (66%) 231 (97%) 8 (3%) 0 |
2 ZH 239/361 (66%) 231 (97%) 8 (3%) 0 |
3 | AK 149/189 (79%) | 140 (94%) | 9 (6%) 0 100 [100]
3 | BK 149/189 (79%) | 145 (97%) | 4 (3%) 0 100 ] [ 100}
3 | Kk 149/189 (79%) | 144 (97%) | 5 (3%) 0 100 [100]
3 | DK 149/189 (79%) | 144 (97%) | 5 (3%) 0 100 [ 100]
3 | EK 149/189 (79%) | 144 (97%) | 5 (3%) 0 100 ] [ 100]
3 | FK 149/189 (79%) | 144 (97%) | 5 (3%) 0 100 [100]
3 GK 149/189 (79%) 143 (96%) 6 (4%) 0 |
3 | HK 149/189 (79%) | 143 (96%) | 6 (4%) 0 100 [100]
3 | IK 149/189 (79%) | 143 (96%) | 6 (4%) 0 100 ] [ 100]
3 | JK 149/189 (79%) | 144 (97%) | 5 (3%) 0 100 ] [ 100}
3 | KK 149/189 (79%) | 142 (95%) | 7 (5%) 0 100 [100]
3 LK 149/189 (79%) 143 (96%) 6 (4%) 0 |
3 | MK 149/189 (79%) | 142 (95%) | 7 (5%) 0 100 [100]
4 | AL 169/249 (68%) | 160 (95%) | 9 (5%) 0 100 ] [ 100]
4 BL 169/249 (68%) 161 (95%) 8 (5%) 0 |
4 CL 169/249 (68%) 163 (96%) 6 (4%) 0 |
4 DL 169/249 (68%) 163 (96%) 6 (4%) 0 |
4 EL 169/249 (68%) 160 (95%) 9 (5%) 0 |
4 FL 169,249 (68%) 162 (96%) 7 (4%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
4 GL 169,/249 (68%) 164 (97%) 5 (3%) 0 |
4 HL 169/249 (68%) 161 (95%) 8 (5%) 0 |
4 IL 169/249 (68%) 161 (95%) 8 (5%) 0 |
4 | L 169/249 (68%) | 161 (95%) | 8 (5%) 0 100 ] [ 100]
4 KL 169/249 (68%) 165 (98%) 4 (2%) 0 |
4 LL 169/249 (68%) 162 (96%) 7 (4%) 0 |
4 ML 169/249 (68%) 164 (97%) 5 (3%) 0 |
5 | AM 206/320 (64%) | 189 (92%) | 17 (8%) 0 100 [100]
5 | BM | 206/320 (64%) | 193 (94%) | 13 (6%) 0 (100 ] [ 100]
5 CM 206/320 (64%) 191 (93%) | 15 (7%) 0 |
5 | DM | 206/320 (64%) | 194 (94%) | 12 (6%) 0 100 [100]
5 EM 206/320 (64%) 189 (92%) | 17 (8%) 0 |
5 | FM 206/320 (64%) | 193 (94%) | 13 (6%) 0 100 [100]
5 | GM | 206/320 (64%) | 194 (94%) | 12 (6%) 0 100 ] [ 100}
5 HM 206/320 (64%) 191 (93%) | 15 (%) 0 |
5 IM 206/320 (64%) 192 (93%) | 14 (%) 0 |
5 M 206/320 (64%) 191 (93%) | 15 (7%) 0 |
5 KM 206/320 (64%) 191 (93%) | 15 (%) 0 |
5 LM 206/320 (64%) 197 (96%) 9 (4%) 0 |
5 MM 206/320 (64%) 195 (95%) | 11 (5%) 0 |
6 | AN 76/124 (61%) 71(93%) | 5 (%) 0 100 ] [ 100]
6 | BN 76/124 (61%) 69 (91%) | 7 (9%) 0 100 ] [ 100}
6 | CN 76/124 (61%) 68 (90%) | 8 (10%) 0 100 [100]
6 | DN 76/124 (61%) 70 (92%) | 6 (8%) 0 100 ] [ 100]
6 | EN 76/124 (61%) 72 (95%) | 4 (5%) 0 100 [100]
6 | FN 76/124 (61%) 69 (91%) | 7 (9%) 0 100 ] [ 100]
6 | GN 76/124 (61%) 68 (90%) | 8 (10%) 0 100 ] [100]
6 | HN 76/124 (61%) 70 (92%) | 6 (8%) 0 100 100}
6 | IN 76/124 (61%) 72 (95%) | 4 (5%) 0 100 ] [ 100]
6 | JN 76/124 (61%) 73 (96%) | 3 (4%) 0 100 [100]
6 KN 76/124 (61%) 69 (91%) 7 (9%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers
6 LN 76/124 (61%) 67 (88%) 9 (12%) 0
6 MN 76/124 (61%) 73 (96%) 3 (4%) 0
9 AD 138/163 (85%) 131 (95%) 7 (5%) 0
9 Ad 135/163 (83%) 130 (96%) 5 (4%) 0
9 BD 138/163 (85%) 134 (97%) 4 (3%) 0
9 Bd 135/163 (83%) 128 (95%) 7 (5%) 0
9 CD 138/163 (85%) 132 (96%) 6 (4%) 0
9 Cd 135/163 (83%) 127 (94%) 8 (6%) 0
9 DD 138/163 (85%) 132 (96%) 6 (4%) 0
9 Dd 135/163 (83%) 128 (95%) 7 (5%) 0
9 ED 138/163 (85%) 133 (96%) 5 (4%) 0
9 Ed 135/163 (83%) 130 (96%) 5 (4%) 0
9 FD 138/163 (85%) 132 (96%) 6 (4%) 0
9 Fd 135/163 (83%) 129 (96%) 6 (4%) 0
9 GD 138/163 (85%) 132 (96%) 6 (4%) 0
9 Gd 135/163 (83%) 130 (96%) 5 (4%) 0
9 HD 138/163 (85%) 135 (98%) 3 (2%) 0
9 Hd 135/163 (83%) 127 (94%) 8 (6%) 0
9 ID 138/163 (85%) 134 (97%) 4 (3%) 0
9 Id 135/163 (83%) 129 (96%) 6 (4%) 0
9 JD 138/163 (85%) 130 (94%) 8 (6%) 0
9 Jd 135/163 (83%) 129 (96%) 6 (4%) 0
9 KD 138/163 (85%) 134 (97%) 4 (3%) 0
9 Kd 135/163 (83%) 129 (96%) 6 (4%) 0
9 LD 138/163 (85%) 130 (94%) 8 (6%) 0
9 Ld 135/163 (83%) 126 (93%) 9 (7%) 0
9 MD 138/163 (85%) 131 (95%) 7 (5%) 0
9 Md 135/163 (83%) 127 (94%) 8 (6%) 0
10 AF 61/269 (23%) 58 (95%) 3 (5%) 0
10 Af 57/269 (21%) 53 (93%) 4 (7%) 0
10 BF 61/269 (23%) 59 (97%) 2 (3%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
10 | Bf 57/269 (21%) 54 (95%) | 3 (5%) 0 100 [100]
10 CF 61/269 (23%) 57 (93%) 4 (%) 0 |
10 | Cf 57/269 (21%) 50 (88%) | 7 (12%) 0 100 [100]
10 | DF 61/269 (23%) 57 (93%) | 4 (T%) 0 100 ] [ 100]
10 Df 57/269 (21%) 53 (93%) 4 (%) 0 |
10 | EF 61/269 (23%) 59 (97%) | 2 (3%) 0 100 [100]
10 Ef 57/269 (21%) 51 (90%) 6 (10%) 0 |
10 | FF 61/269 (23%) 56 (92%) | 5 (8%) 0 100 [100]
10 | Ff 57/269 (21%) 55 (96%) | 2 (4%) 0 (100 ] [ 100]
10 | GF 61/269 (23%) 58 (95%) | 3 (5%) 0 100 ] [ 100]
10 | af 57/269 (21%) 55 (96%) | 2 (4%) 0 100 [100]
10 | HF 61/269 (23%) 59 (97%) | 2 (3%) 0 100 ] [ 100]
10 | Hf 57/269 (21%) 52 (91%) | 5 (9%) 0 100 [100]
10 IF 61/269 (23%) 58 (95%) 3 (5%) 0 |
0 | If 57/269 (21%) 54 (95%) | 3 (5%) 0 100 [100]
10 | JF 61/269 (23%) 57 (93%) | 4 (T%) 0 100 [ 100]
10 | Jf 57/269 (21%) 55 (96%) | 2 (4%) 0 100 ] [ 100]
10 | KF 61/269 (23%) 57 (93%) | 4 (7%) 0 100 [100]
10 Kf 57/269 (21%) 52 (91%) 5 (9%) 0 |
10 | LF 61/269 (23%) 56 (92%) | 5 (8%) 0 100 [100]
10 | Lf 57/269 (21%) 52 (91%) | 5 (9%) 0 100 ] [ 100]
10 | MF 61/269 (23%) 58 (95%) | 3 (5%) 0 100 ] [ 100}
10 | Mt 57/269 (21%) 55 (96%) | 2 (4%) 0 100 [100]
10 VF 61/269 (23%) 59 (97%) 2 (3%) 0 |
10 | WF 61/269 (23%) 58 (95%) 3 (5%) 0 |
10 | XF 61/269 (23%) 58 (95%) | 3 (5%) 0 100 ] [ 100]
10 | YF 61/269 (23%) 59 (97%) | 2 (3%) 0 100 ] [100]
10 | ZF 61/269 (23%) 60 (98%) | 1 (2%) 0 100 100}
11 | AC 241/303 (80%) | 231 (96%) | 10 (4%) 0 100 ] [ 100]
11 BC 241/303 (80%) 236 (98%) 5 (2%) 0 |
11 | cc 207/303 (68%) | 191 (92%) | 16 (8%) 0
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Outliers | Percentiles
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Mol | Chain Analysed Favoured | Allowed
11 DC 207/303 (68%) 196 (95%) 11 (5%)
11 EC 207/303 (68%) 198 (96%) 9 (4%) 0
11 FC 241/303 (80%) 231 (96%) 10 (4%) 0
11 GC 207/303 (68%) 196 (95%) 11 (5%) 0
11 HC 207/303 (68%) 196 (95%) 11 (5%) 0
11 IC 207/303 (68%) 189 (91%) 18 (9%) 0
11 JC 241/303 (80%) 229 (95%) 12 (5%) 0
11 KC 207/303 (68%) 195 (94%) 12 (6%) 0
11 LC 207/303 (68%) 195 (94%) 12 (6%) 0
11 MC 207/303 (68%) 192 (93%) 15 (7%) 0
All All 23690/70112 (34%) | 22525 (95%) | 1165 (5%) 0

[Loo] [100]

There are no Ramachandran outliers to report.

5.3.2 Protein sidechains (1)

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

entries.

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 AG 135/765 (18%) 115 (85%) 0 (15%)
1 Ag 31/765 (4%) 24 (77%) 7 (23%)
1 BG 135/765 (18%) 120 (89%) 5 (11%)
1 Bg 31/765 (4%) 24 (77%) 7 (23%)
1 CG 135/765 (18%) 120 (89%) 5 (11%)
1 Cg 31/765 (4%) 24 (77%) 7 (23%)
1 DG 135/765 (18%) 116 (86%) 9 (14%)
1 Dg 31/765 (4%) 27 (87%) 4 (13%)
1 EG 135/765 (18%) 124 (92%) 1 (8%)
1 Eg 31/765 (4%) 28 (90%) 3 (10%)
1 FG 135/765 (18%) 119 (88%) 6 (12%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 Fg 31/765 (4%) 28 (90%) 3 (10%)
1 GG 135/765 (18%) 121 (90%) 14 (10%)
1 Gg 31/765 (4%) 26 (84%) 5 (16%)
1 HG 135/765 (18%) 117 (87%) 18 (13%)
1 Hg 31/765 (4%) 24 (77%) 7 (23%)
1 IG 135/765 (18%) 120 (89%) 15 (11%)
1 Ig 31/765 (4%) 25 (81%) 6 (19%)
1 JG 135/765 (18%) 118 (87%) 17 (13%)
1 Jg 31/765 (4%) 24 (77%) 7 (23%)
1 KG 135/765 (18%) 119 (88%) 16 (12%)
1 Kg 31/765 (4%) 24 (77%) 7 (23%)
1 LG 135/765 (18%) 113 (84%) 22 (16%)
1 Lg 31/765 (4%) 26 (84%) 5 (16%)
1 MG 135/765 (18%) 115 (85%) 20 (15%)
1 Mg 31/765 (4%) 22 (71%) 9 (29%)
1 NG 135/765 (18%) 114 (84%) 21 (16%)
1 oG 135/765 (18%) 115 (85%) 20 (15%)
1 PG 135/765 (18%) 111 (82%) 24 (18%)
1 VG 31/765 (4%) 24 (77%) 7 (23%)
1 WG 31/765 (4%) 23 (74%) 8 (26%)
1 XG 31/765 (4%) 22 (71%) 9 (29%)
1 YG 31/765 (4%) 26 (84%) 5 (16%)
1 7G 31/765 (4%) 28 (90%) 3 (10%)
2 AH 220/300 (73%) 190 (86%) 30 (14%)
2 BH 220/300 (73%) 193 (88%) 27 (12%)
2 CH 220/300 (73%) 197 (90%) 23 (10%)
2 DH 220/300 (73%) 195 (89%) 25 (11%)
2 EH 220/300 (73%) 188 (86%) 32 (14%)
2 FH 220/300 (73%) 190 (86%) 30 (14%)
2 GH 220/300 (73%) 195 (89%) 25 (11%)
2 HH 220/300 (73%) 200 (91%) 20 (9%)

AAAAAAAAAAAAAAA

Continued on next page...

EMD-24024, TMUW



Page 122

wwPDB EM Validation Summary Report

Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 IH 220/300 (73%) 192 (87%)
2 JH 220/300 (73%) 191 (87%)
2 KH 220/300 (73%) 197 (90%)
2 LH 220/300 (73%) 193 (88%)
2 MH 220/300 (73%) 186 (84%)
2 VH 207/300 (69%) 172 (83%)
2 | WH 207/300 (69%) 181 (87%)
2 XH 207/300 (69%) 183 (88%)
2 YH 207/300 (69%) 182 (88%)
2 ZH 207/300 (69%) 180 (87%)
3 AK 129/163 (79%) 111 (86%)
3 BK 129/163 (79%) 110 (85%)
3 CK 129/163 (79%) 109 (84%)
3 DK 129/163 (79%) 118 (92%)
3 EK 129/163 (79%) 111 (86%)
3 FK 129/163 (79%) 114 (88%)
3 CK 129/163 (79%) 111 (86%)
3 HK 129/163 (79%) 115 (89%) 6|
3 IK 129/163 (79%) 115 (89%) 6|
3 JK 129/163 (79%) 112 (87%)
3 KK 129/163 (79%) 110 (85%)
3 LK 129/163 (79%) 113 (88%)
3 MK 129/163 (79%) 107 (83%)
4 AL 148/203 (73%) 133 (90%)
4 BL 148/203 (73%) 128 (86%)
4 CL 148 /203 (73%) 131 (88%)
4 DL 148 /203 (73%) 131 (88%)
4 EL 148/203 (73%) 133 (90%)
4 FL 148 /203 (73%) 132 (89%) 6|
4 GL 148/203 (73%) 127 (86%)
4 HL 148 /203 (73%) 132 (89%) 6|
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
4 IL 148/203 (73%) 136 (92%) 12 (8%) 31
4 JL 148/203 (73%) 133 (90%) 15 (10%) 23
4 KL 148/203 (73%) 132 (89%) 16 (11%)
4 LL 148/203 (73%) 138 (93%) 10 (7%)
4 ML 148/203 (73%) 133 (90%) 15 (10%)
5 AM 175/276 (63%) 147 (84%) 28 (16%)
5 BM 175/276 (63%) 153 (87%) 22 (13%)
5 CM 175/276 (63%) 148 (85%) 27 (15%)
5 DM 175/276 (63%) 153 (87%) 22 (13%)
5 EM 175/276 (63%) 152 (87%) 23 (13%)
5 FM 175/276 (63%) 151 (86%) 24 (14%)
5 GM 175/276 (63%) 142 (81%) 33 (19%)
5 HM 175/276 (63%) 151 (86%) 24 (14%)
5 IM 175/276 (63%) 156 (89%) 19 (11%)
5 JM 175/276 (63%) 153 (87%) 22 (13%)
5 KM 175/276 (63%) 152 (87%) 23 (13%)
5 LM 175/276 (63%) 152 (87%) 23 (13%)
5 MM 175/276 (63%) 155 (89%) 20 (11%)
6 AN 66/107 (62%) 57 (86%) 9 (14%)
6 BN 66/107 (62%) 49 (74%) 17 (26%)
6 CN 66/107 (62%) 55 (83%) 11 (17%)
6 DN 66/107 (62%) 53 (80%) 13 (20%)
6 EN 66/107 (62%) 58 (88%) 8 (12%)
6 FN 66/107 (62%) 57 (86%) 9 (14%)
6 GN 66/107 (62%) 58 (88%) 8 (12%)
6 HN 66/107 (62%) 58 (88%) 8 (12%)
6 IN 66/107 (62%) 58 (88%) 8 (12%)
6 JN 66/107 (62%) 55 (83%) 11 (17%)
6 KN 66/107 (62%) 55 (83%) 11 (17%)
6 LN 66/107 (62%) 57 (86%) 9 (14%)
6 MN 66/107 (62%) 54 (82%) 12 (18%)

AAAAAAAAAAAAAAA
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
9 AD 121/139 (87%) 109 (90%) | 12 (10%) 24
9 Ad 118/139 (85%) 102 (86%) 16 (14%) 15
9 BD 121/139 (87%) 113 (93%) 8 (7%) 157 37
9 Bd 118/139 (85%) 100 (85%) (

9 CD 121/139 (87%) 105 (87%) (
9 Cd 118/139 (85%) 103 (87%) (
9 DD 121/139 (87%) 109 (90%) (
9 Dd 118/139 (85%) 105 (89%) (
9 ED 121/139 (87%) 108 (89%) (
9 Ed 118/139 (85%) 106 (90%) (
9 FD 121/139 (87%) 110 (91%)
9 Fd 118/139 (85%) 105 (89%)
9 GD 121/139 (87%) 105 (87%)
9 Gd 118/139 (85%) 103 (87%)
9 HD 121/139 (87%) 106 (88%)
9 Hd 118/139 (85%) 105 (89%)
9 ID 121/139 (87%) 109 (90%)
9 Id 118/139 (85%) 107 (91%)
9 JD 121/139 (87%) 111 (92%)
9 Jd 118/139 (85%) 104 (88%)
9 KD 121/139 (87%) 109 (90%)
9 Kd 118/139 (85%) 104 (88%)
9 LD 121/139 (87%) 102 (84%)
9 Ld 118/139 (85%) 103 (87%)
9 MD 121/139 (87%) 109 (90%)
9 Md 118/139 (85%) 102 (86%)
10 AF 53/237 (22%) 44 (83%)
10 Af 49/237 (21%) 41 (84%)
10 BF 53/237 (22%) 45 (85%)
10 Bf 49/237 (21%) 40 (82%)
10 CF 53/237 (22%) 46 (87%)

EMD-24024, TMUW
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
11 FC 203/257 (79%) 180 (89%) 23 (11%)
11 GC 178/257 (69%) 158 (89%) 20 (11%)
11 HC 178/257 (69%) 152 (85%) 26 (15%)
11 IC 178/257 (69%) 151 (85%) 27 (15%)
11 JC 203/257 (79%) 171 (84%) 32 (16%)
11 KC 178/257 (69%) 161 (90%) 17 (10%)
11 LC 178/257 (69%) 158 (89%) 20 (11%)
11 MC 178/257 (69%) 149 (84%) 29 (16%)
All All 20459/55449 (37%) | 17802 (87%) | 2657 (13%)

5 of 2657 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
4 BL 175 ARG
10 DF 223 ILE
9 Bd 91 ILE
4 BL 165 VAL
11 JC 184 TRP

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 248
such sidechains are listed below:

Mol | Chain | Res | Type
10 MF 226 ASN
1 IG 1043 GLN
2 XH 159 ASN
1 IG 938 ASN
11 AC 84 ASN

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.
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5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol

Chain

Number of breaks

HX

JX

VX

ZX

BX

IX

YX

EX

CcX

FX

KX

MX

WX

GX

DX

AX

LX

Co| Co| Co| Co| Co| Co| Co| Co| CO| Co| Co| Co| CO| GO Co| Cof Co| Co

XX

[UY YUY (UNIY [ WIY UG U GRS [UIY §yUY Gy IS Uy jyUny JGnny jranry jyuny jyuny juy

The worst 5 of 18 chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 HX 38:UNK C 70:UNK N 26.96
1 JX 38:UNK C 70:UNK N 26.39
1 VX 38:UNK C 70:UNK N 26.34

Continued on next page...
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Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 ZX 38:UNK C 70:UNK N 26.34
1 BX 38:UNK C 70:UNK N 25.84
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-24024. These allow visual inspection
of the internal detail of the map and identification of artifacts.

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

6.1 Orthogonal projections (i)

6.1.1 Primary map

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

6.2 Central slices (i)

6.2.1 Primary map

X Index: 125 Y Index: 125 7 Index: 125

WORLDWIDE

PROTEIN DATA BANK


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

6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 134 Y Index: 101 7 Index: 151

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

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

6.4.1 Primary map

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
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 2.25.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

6.6 Mask visualisation (i)

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


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

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

7.1 Map-value distribution (i)

Map-value distribution

4 — Voxel count

Recommended contour
level 2.25

Voxel count (logl0)

0 . T T
=2 0 2 4 ¥ 8

Map value

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


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

Volume estimate

175000 A
150000 ~
125000 ~

100000 — Volume
Recommended contour

level 2.25
75000 -

Vvolume (nm?3)

50000 H

25000 +

0 T T T T T T
=2 0 2 4 7] 8

Contour level

The volume at the recommended contour level is 2386 nm?; this corresponds to an approximate
mass of 2155 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

Page 134 wwPDB EM Validation Summary Report EMD-24024, TMUW

7.3 Rotationally averaged power spectrum (i)

Rotationally averaged power spectrum

5.0 A

2.5 1

0.0

—— Primary map RAPS
Reported resolution
460 A*
_5.D -

Intensity (log10)

_?.5 -

—=10.0 ~

—12.5 +

T T T T T
0.00 0.05 0.10 0.15 0.20
Spatial frequency (A1)

*Reported resolution corresponds to spatial frequency of 0.217 A1


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

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


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

This section contains information regarding the fit between EMDB map EMD-24024 and PDB
model TMUW. Per-residue inclusion information can be found in section 3 on page 23.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 2.25 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

Page 137 wwPDB EM Validation Summary Report EMD-24024, TMUW

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)

This section was not generated.


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 1
W
=
T,
E 0.6 4 —— Backbone atoms
£ All non-hydrogen
E atoms
g Recommended contour
o level 2.25
v 0.4
=
g=
]
[}
o
E 0.2 1
D-ﬂ T T T T T T

-2 0 2 4 6 8
Contour level

At the recommended contour level, 94% of all backbone atoms, 78% 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 (2.25) and Q-score

for the entire model and for each chain.

Chain Atom inclusion Q-score
All 0.7820 . (0.2820
AC 0.7720 . 0.2930
AD 0.8080 . (0.3200
AF 0.7980 . (0.2290
AG 0.6910 . 0.2430
AH 0.7820 . 0.2740
AK 0.8110 . (0.3060
AL 0.8200 . 0.2840
AM 0.7870 . 0.2930
AN 0.7600 . 0.3330
AU 0.9560 m 0.4410
AX w 0.6540 . (0.2400
Ad 0.8240 . 0.3120
Af 0.7930 . 0.2740
Ag 0.8120 . 0.2550
BC 0.7590 . 0.2830
BD 0.8090 . 0.3110
BF 0.7790 . 0.2220
BG B 0.6550 . (0.2250
BH 0.7930 . 0.2730
BK 0.8300 . 0.3040
BL 0.8300 . 0.2900
BM 0.7990 . 0.2910
BN 0.7330 . 0.3180
BU 0.9780 . 0.4590
BX B 0.5670 . (0.2260
Bd 0.8140 . (0.3090
Bf 0.7790 . 0.2820
Bg 0.8640 . 0.2740
cC 0.8140 . 0.2900
CD 0.8110 . 0.3160
CF 0.7130 . 0.2400
CG B 0.6570 . 0.2330
CH 0.8090 . 0.2930
CK 0.8240 . 0.3160

Continued on next page...

1.0

0.0
M <0.0
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Continued from previous page...

Chain Atom inclusion Q-score
CL 0.8430 . 0.2900
CM 0.8110 . 0.2840
CN 0.7410 . 0.3220
CU 0.9780 . 0.4900
CcX B 0.5880 . 0.2190
Cd 0.8350 . (0.2900
Ct 0.7740 . 0.2780
Cg 0.8570 . 0.2580
DC 0.8250 . 0.2920
DD 0.8160 . 0.3020
DF 0.7730 . (0.2310
DG 0.7180 . (0.2500
DH 0.7960 . 0.2850
DK 0.8110 . 0.3100
DL 0.8490 . 0.2920
DM 0.7850 . 0.2850
DN 0.7730 . 0.3330
DU 1.0000 B (0.4410
DX 0.7330 . (0.2560
Dd 0.8140 . 0.3120
Df 0.7200 . 0.2600
Dg 0.8380 . 0.2790
EC 0.8170 . 0.3040
ED 0.8050 . (0.3150
EF 0.7980 . (0.2270
EG e 0.6690 . (0.2430
EH 0.7890 . 0.2790
EK 0.8290 . 0.3130
EL 0.8450 . 0.2940
EM 0.8090 I 0.2850
EN 0.7810 . (0.3230
EU 0.9560 . (0.4260
EX B 0.5420 . 0.2110
Ed 0.8210 I 0.3010
Ef 0.7880 . 0.2840
Eg 0.8530 . 0.2540
FC 0.7840 . 0.2970
FD 0.8130 . (0.3080
FF 0.7980 . (0.2380
FG 0.6900 . 0.2290
FH 0.8060 . 0.2820
FK 0.8030 I 0.3050

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

Chain Atom inclusion Q-score
FL 0.8320 . 0.2990
FM 0.8140 . 0.3010
FN 0.7550 . (0.3230
FU 1.0000 . 0.4520
FX 0.7420 . (0.2780
Fd 0.8290 I 0.3060
Ff 0.8180 . 0.2950
Fg 0.8490 I 0.2650
GC 0.8110 . 0.3010
GD 0.8100 . (0.3150
GF 0.7770 . (0.2370
GG 0.7040 . (0.2260
GH 0.7970 I 0.2810
GK 0.8060 . 0.3080
GL 0.8240 . 0.2930
GM 0.8220 . 0.2920
GN 0.7600 . (0.3200
GU 0.9560 . 0.4710
GX . 0.4750 . 0.2200
Gd 0.8220 . 0.3050
Gt 0.7740 . 0.2860
Gg 0.8530 . 0.2540
HC 0.8220 . (0.2950
HD 0.8220 . (0.3190
HF 0.7710 . (0.2330
HG 0.7040 . 0.2250
HH 0.8080 . 0.2820
HK 0.8190 . 0.3070
HL 0.8340 . 0.2900
HM 0.8290 . (0.2940
HN 0.7920 I (0.3310
HU 0.9560 . (0.4480
HX  0.5580 . 0.2450
Hd 0.8470 . 0.2990
Hf 0.8110 . 0.2690
Hg 0.7980 . 0.2550
IC 0.8140 . (0.3000
ID 0.8110 . (0.3060
IF 0.7830 . (0.2030
IG 0.7100 . 0.2390
IH 0.7910 . 0.2720
IK 0.8360 . 0.3120

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

Chain Atom inclusion Q-score
IL 0.8350 . 0.2950
IM 0.8110 . 0.2800
IN 0.7850 . (0.3260
U 0.9330 . 0.4260
IX B 0.6540 . 0.2380
Id 0.8420 m 0.3010
If 0.8290 . 0.2920
Ig 0.8600 . 0.2490
JC 0.7810 . 0.2900
JD 0.8010 . (0.3070
JF 0.7790 . (0.2370
JG e 0.6590 . (0.2230
JH 0.8040 . 0.2750
JK 0.8140 . 0.3050
JL 0.8410 . 0.2920
JM 0.8100 . 0.2950
JN 0.7410 . (0.3150
JU 0.9780 . 0.4640
JX  0.6460 . 0.2330
Jd 0.8000 . 0.3030
Jf 0.8060 . 0.2840
Jg 0.8570 I 0.2560
KC 0.7850 . (0.2970
KD 0.8070 . (0.3070
KF 0.7560 . (0.2220
KG w 0.6730 . 0.2060
KH 0.8070 . 0.2820
KK 0.8250 . 0.3130
KL 0.8300 . 0.2990
KM 0.8300 . (0.2920
KN 0.7520 . (0.3300
KU 0.9780 B 0.4760
KX  0.5540 . 0.2180
Kd 0.8290 I 0.3060
Kf 0.8090 . 0.2910
Kg 0.8350 . 0.2420
LC 0.8180 . (0.3000
LD 0.8080 I (0.3160
LF 0.8020 . (0.2350
LG  0.6570 . 0.1890
LH 0.7970 . 0.2680
LK 0.8260 . 0.3160

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

Chain Atom inclusion Q-score
LL 0.8270 . 0.2960
LM 0.8040 . 0.2770
LN 0.8110 . (0.3390
LU 0.9780 . 0.4700
LX B 0.5500 . (0.2410
Ld 0.8290 . 0.2960
Lf 0.8130 . 0.2690
Lg 0.8530 . 0.2520
MC 0.8190 . 0.3040
MD 0.7860 I (0.3160
MF 0.8130 . (0.2280
MG e 0.6760 . (0.2120
MH 0.8000 . 0.2760
MK 0.8040 I 0.3160
ML 0.8090 . 0.2910
MM 0.7940 I 0.2850
MN 0.7760 . (0.3210
MU 0.9110 . 0.4900
MX  0.6330 . 0.2400
Md 0.8170 . 0.2970
Mf 0.8110 . 0.2730
Mg 0.8600 . 0.2570
NG B 0.6620 . (0.2190
OG B 0.6830 . (0.2440
PG 0.7070 . (0.2390
VF 0.7410 . 0.2360
VG 0.8200 . (0.2480
VH B 0.6660 . 0.2670
VX B 0.6580 . 0.2130
WF 0.7810 . (0.2360
WG 0.8380 . (0.2530
WH B 0.6180 . (0.2580
WX e 0.6540 . 0.2510
XF 0.7710 . 0.2190
XG 0.7980 . 0.2540
XH B 0.5890 . 0.2530
XX B 0.6670 . (0.2320
YF 0.7940 . (0.2290
YG 0.8090 . (0.2510
YH 0.7010 . 0.2540
YX w 0.6210 . 0.2590
7F 0.8340 . 0.2440

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

Chain Atom inclusion Q-score
72G 0.7720 . 0.2470
ZH B 0.5400 . 0.2220
7X  0.5620 . (0.2240
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