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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

https:/ /www.wwpdb.org/validation /2017 /EM ValidationReportHelp
with specific help available everywhere you see the (i) symbol.

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

A user guide is available at

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

EMDB validation analysis : 0.0.1.dev132

Mogul : 2022.3.0, CSD as543be (2022)
MolProbity : 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 : NOT EXECUTED

MapQ : FAILED

Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.49
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 5.00 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 N 200
Ramachandran outliers I 25.5%
Sidechain outliers I 29.3%
RNA backbone I (.23
Worse Better

1 Percentile relative to all structures

[l Percentile relative to all EM structures

Metric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 229148 23984
Ramachandran outliers 224038 23583
Sidechain outliers 223484 23102
RNA backbone 8273 3508

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%

Mol | Chain | Length Quality of chain
1 AA 2889 | - 44% 42% _—
2 AB 123 . 52% 41% %
3 AC 228 5% 64% 26% =%
4 AD 272 . 44% 40% _—
5 AE 206 = 35% 45% _—
6 AF 208 B 43% 42% _—
7 AG 182 . 42% 44% _—

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

Mol | Chain | Length Quality of chain
8 AH 174 5% 47% 37% -1
9 AK 139 . 32% 52% _—
10 AL 122 . 28% 51% _—
11 AM 145 = 36% 45% _—
12 AN 136 . 20% 49% _—r
13 AO 117 B 52% 30% _—
14 AP 110 B 39% 48% -1
15 AQ 117 30% 50% _—
16 AR 117 B 44% 41% -
17 AS 101 : 43% 36% _—
18 AT 110 : 55% 34% -1
19 AU 94 . 53% 36% -1
20 AV 110 5% 44% 44% T
21 AW 180 o 42% 42% _—
22 AX 85 = 56% 29% T
23 AY 67 55% 39% =%
24 AZ 59 = 39% 46% 12%
25 Aa 71 : 20% 55% 24%
26 Ab 57 B 28% 51% 19%
27 Ac 49 T 1% 55% 27%
28 Ad 49 45% 47% T
29 Ae 64 34% 48% 17%
30 Af 37 5% 54% 30% 11%
31 Al 153 42% 46% 11%
32 Al 134 % 57% 28% _—

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

Mol | Chain | Length Quality of chain
33 Ag 128 51% 49%
34 BA 1515 | * 57% 33% 9%
35 BF 234 . 42% 43% 14%
36 BG 206 = 50% 39% G2
37 BH 208 B 48% 39% -1
38 BI 150 . 56% 35% 7
39 BJ 101 = 50% 40% 7
40 BK 155 = 50% 37% N
41 BL 138 B 50% 39% %
42 BM 127 B 56% 35% %
43 BN 98 B 48% 44% 7
44 BO 119 . 55% 41% -
45 BP 124 = 39% 48% _—
46 BQ 114 11% 56% 28% 5%
47 BR 60 7% 48% 30% 15%
48 BS 88 B 59% 33% =%
49 BT 83 49% 40% -
50 BU 104 = 44% 43% -0
51 BV 73 : 56% 29% _
52 BW 80 : 55% 38% %
53 BX 99 5% 51% 38% G
54 BY 24 63% 29% .
55 BC 76 T 57% 33%
56 BD 75 16% 48% 35% .
56 BE 75 15% 55% 31%

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

57 BZ 605 % 55% 31% e

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-
ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
59 S8AN AA | 3002 - - X -
59 S8AN AA | 3003 - - X -
60 | GCP BZ 701 - - X -
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2 Entry composition (i)

There are 60 unique types of molecules in this entry. The entry contains 155482 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 RNA chain called 23S ribosomal RNA.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
1 AA 2889 62218 27691 11629 20009 2889 0 0

There are 23 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
AA ? - C deletion GB 37223181
AA ? - G deletion GB 37223181
AA ? - C deletion GB 37223181
AA ? - A deletion GB 37223181
AA ? - A deletion GB 37223181
AA ? - G deletion GB 37223181
AA ? - C deletion GB 37223181
AA ? - G deletion GB 37223181
AA ? - G deletion GB 37223181
AA ? - G deletion GB 37223181
AA ? - C deletion GB 37223181
AA ? - C deletion GB 37223181
AA ? - G deletion GB 37223181
AA ? - C deletion GB 37223181
AA ? - A deletion GB 37223181
AA ? - C deletion GB 37223181
AA ? - G deletion GB 37223181
AA ? - C deletion GB 37223181
AA ? - G deletion GB 37223181
AA ? - G deletion GB 37223181
AA ? - C deletion GB 37223181
AA ? - C deletion GB 37223181
AA 1134 G UNK conflict GB 37223181

e Molecule 2 is a RNA chain called 5S ribosomal RNA.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
2 AB 123 2641 1175 488 855 123 0 0
e Molecule 3 is a protein called 50S ribosomal protein L1.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
J AC 228 1742 1102 318 319 3 0 0
e Molecule 4 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
4 AD 272 2124 1339 424 358 3 0 0
e Molecule 5 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
g AB 206 1578 997 302 273 6 0 0
e Molecule 6 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
6 AF 208 1625 1034 303 286 2 0 0
e Molecule 7 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
7 AG 182 1482 947 269 261 5 0 0
e Molecule 8 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
8 AH 1 1328 844 248 235 1 0 0

e Molecule 9 is a protein called 50S ribosomal protein L13.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
9 AK 139 1113 717 207 186 3 0 0
e Molecule 10 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
10 AL 122 932 587 171 170 4 0 0
e Molecule 11 is a protein called 50S ribosomal protein L15.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
11| AM 145 1106 688 226 190 2 0 0
e Molecule 12 is a protein called 50S ribosomal protein L16.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
12 AN 136 1080 688 204 183 5 0 0
e Molecule 13 is a protein called 50S ribosomal protein L17.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
13 AO 7 960 599 202 159 0

e Molecule 14 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N @)
14 | AP 10 8§77 553 175 149 0

e Molecule 15 is a protein called 50S ribosomal protein L.19.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
15 AQ 117 976 614 197 164 1 0 0

e Molecule 16 is a protein called 50S ribosomal protein L20.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
16 AR 17 964 610 202 151 1 0 0
e Molecule 17 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
17 AB 101 779 501 142 135 1 0 0
e Molecule 18 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
18 | AT 110 876 552 171 151 2 0 0
e Molecule 19 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
19 | AU 4 742 483 133 126 0

e Molecule 20 is a protein called 50S ribosomal protein [.24.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
20 AV 10 844 539 158 141 6 0 0
e Molecule 21 is a protein called 50S ribosomal protein L25.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
21 AW 180 1435 916 256 260 3 0 0
e Molecule 22 is a protein called 50S ribosomal protein L27.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
22 AX 85 670 415 141 112 2 0 0

e Molecule 23 is a protein called 50S ribosomal protein L29.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
23 AY 67 567 350 116 99 2 0 0
e Molecule 24 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
24 AZ 59 469 298 90 &1 0 0
e Molecule 25 is a protein called 50S ribosomal protein L31.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
25 | Aa & 581 364 108 104 5 0 0
e Molecule 26 is a protein called 50S ribosomal protein L32.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
26 | Ab o7 445 279 87 T4 5 0 0
e Molecule 27 is a protein called 50S ribosomal protein L33.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
27 Ac 49 426 265 87 70 4 0 0
e Molecule 28 is a protein called 50S ribosomal protein L34.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
28 Ad 49 430 263 108 57 2 0 0
e Molecule 29 is a protein called 50S ribosomal protein L35.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
29 Ac 04 515 331 102 79 3 0 0

e Molecule 30 is a protein called 50S ribosomal protein L36.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
30 Af 37 307 188 68 47 4 0 0
e Molecule 31 is a protein called 50S ribosomal protein L10.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
31 Al 153 752 446 153 153 0 0
e Molecule 32 is a protein called 50S ribosomal protein L11.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
32 | AJ 134 993 632 175 181 5 0 0
e Molecule 33 is a protein called Unknown peptide.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
33 | As 128 620 369 128 123 0 g
e Molecule 34 is a RNA chain called 16S ribosomal RNA.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
34 BA 1515 32554 14490 6022 10527 1515 0 0
e Molecule 35 is a protein called 30S ribosomal protein S2.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
3 | BF 234 1900 1213 341 341 5 0 0
e Molecule 36 is a protein called 30S ribosomal protein S3.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
36 BG 206 1612 1016 314 281 1 0 0

e Molecule 37 is a protein called 30S ribosomal protein S4.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
37 BH 208 1703 1066 339 291 7 0 0
e Molecule 38 is a protein called 30S ribosomal protein S5.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
38 B 150 1146 724 217 201 4 0 0
e Molecule 39 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
39| BJ 101 843 531 155 154 3 0 0
e Molecule 40 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
40 | Bk 155 1257 781 252 218 6 0 0
e Molecule 41 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
41 BL 138 1116 705 215 193 3 0 0
e Molecule 42 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
42 BM 127 1010 639 197 174 0
e Molecule 43 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
13 BN %8 794 499 156 138 1 0 0

e Molecule 44 is a protein called 30S ribosomal protein S11.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
4 BO 119 &5 549 168 165 3 0 0
e Molecule 45 is a protein called 30S ribosomal protein S12.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
5 BP 124 970 611 195 163 1 0 0
e Molecule 46 is a protein called 30S ribosomal protein S13.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
46 BQ 14 914 565 189 158 2 0 0
e Molecule 47 is a protein called 30S ribosomal protein S14 type Z.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
47 BR 60 492 312 104 72 4 0 0
e Molecule 48 is a protein called 30S ribosomal protein S15.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
18 BS 88 734 459 147 126 2 0 0
e Molecule 49 is a protein called 30S ribosomal protein S16.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
49 BT 83 700 443 139 117 1 0 0
e Molecule 50 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
50 | BU 104 857 547 161 147 2 0 0

There is a discrepancy between the modelled and reference sequences:
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Chain | Residue | Modelled | Actual | Comment Reference
BU 96 GLN GLU conflict UNP Q5SHP7

e Molecule 51 is a protein called 30S ribosomal protein S18.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
ol BV 3 597 380 118 99 0 0

e Molecule 52 is a protein called 30S ribosomal protein S19.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o2 BW 80 647 414 119 112 2 0 0

e Molecule 53 is a protein called 30S ribosomal protein S20.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
53 BX % 763 470 162 129 2 0 0

e Molecule 54 is a protein called 30S ribosomal protein Thx.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
54 BY 24 208 128 50 30 0 0

e Molecule 55 is a RNA chain called tRNA chain 1.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
55 BC 76 1619 723 290 531 75 0 0

e Molecule 56 is a RNA chain called tRNA chain 2.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
o0 BD & 1597 713 285 525 74 0 0
Total C N O P
o0 BE & 1597 713 285 525 74 0 0

e Molecule 57 is a protein called GTP-binding protein.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
57 BZ 605 4610 2902 807 883 18 0 0

e Molecule 58 is NEOMYCIN (CCD ID: NMY) (formula: Cy3HysNgOs3).

NMY
L
".---“'f- o NH
.’ \O Iy = 12
M N \ S ol
H_C.)- . ‘ . _
o
Mol | Chain | Residues Atoms AltConf
Total C N O
o8 AA 1 42 23 6 13 0
Total C N O
o8 . 1 42 23 6 13 0

e Molecule 59 is 3’-amino-3’-deoxyadenosine 5-(dihydrogen phosphate) (CCD ID: 8AN)
(formula: CloH15NGO6P).
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8AN
NH,
N P .‘;-\_\:_\T_____. N
® WOH
o 7
- h OCE
HO _*
p OH
O
Mol | Chain | Residues Atoms AltConf
Total C N O P
59 AA 1 22 10 6 5 1 0
Total C N O P
59 . 1 22 10 6 5 1 0

EMD-6397, 5AA0

e Molecule 60 is PHOSPHOMETHYLPHOSPHONIC ACID GUANYLATE ESTER (CCD
ID: GCP) (formula: CllH18N5013P3).

GCP

o
"Ho. &
Cowm
g
Ko . ;P o
0—F
o
Mol | Chain | Residues Atoms AltConf
Total C N O P
60 BZ 1 32 11 5 13 3 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. Residues

are color-coded according to the number of geometric quality criteria for which they contain at
least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. Stretches of 2 or more

consecutive residues without any outlier are shown as a green connector. Residues present in the

sample, but not in the model, are shown in grey.

e Molecule 1: 23S ribosomal RNA

13%

42%

44%

Chain AA:

@
e}
Dl

89D
18D
98V
isn)
in)
€SV

19D

8%d
LYD

SS9

€%D

(074)
6€D

LED

€EN

0€d

8Ty
129

144
€20

144

61D
81D
L1D
91D

(445

TITV
0TTD

801N
101D
901D

€0TY

660
86D
16D

S6D
6D
€60

689

18D

S8D

08D
6.0
8LV

690

99D
S90

290

€810

6.L1D

LL1D

SLTD
vL10
€LTD

(415
TST0

871D

91D
SP10
910
EVTO
(4745

171V

V.ETD
LETD

YETD

6920
8920

882D

982D

LL20

£€6€0 SISV 119D
26€0

68€D

G8€0

28€D
18€D

6.L€D
8LED

9.L€D
S.LE0

JE9EY
dg9en
agoed
DE9€D

LSEV

GSED

9vEY

vved
£%€0

ovey

8EED

SE€9D

EE9Y
eV

0€9D

869D
1650
965D
S690
7630

269D

063V

289D
1899
089D

8190
LLOV

SLOV

€190

£€99D
299D

T990

ispke]
5.0
€50

€v.LD
{4725

LELD

CTELD

9TLD

ceLy
TCLD
0zLd
6T.L0

LTLD

O

R LDWIDE
PROTEIN DATA BANK

W


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

EMD-6397, 5AA0

wwPDB EM Validation Summary Report

Page 18

S18D
7180
€780

99019
SS0TD
YSOTV
€S50T0
25070
T1S01D
0S0TV
67010
8701V
L%0TD
9701V
SYOTV
77010
€701
Zv0T1d
701D
001D
6€0TD
8€0TD
LEOTD
9€0TD
SEOTA
%€01D
€E0TN
CEOTY
TEOTD
0€0TD
620TV
820TV
L20TY

SZOTD

€201

1201V
0201V
6107
81070
L1019
9T0TD
STOTD
71010
€70TD

T10TD
0TOTY
600TY

L00TD
90070
S00TD
Y0010
€00TD
200Td
TOOTV
0007V

6660

8660

L1669

STTTD
PI11D
€110
CIT1d
TITTV
OTTTD
60TTD
80TTN
LOTTD
90TTD
SOTTA

E0TTY

00T 1D

860TV
L6070
960TV
S60TV
76010
€60TD
260710
16019
060TN
680TD
880TV
18019
980TV
S80TY
7801V
€80TN
280TN
18010
08070
6.0T0
8.0TN
LLOTV
9,070
S.0T0
%L01D
€L0TV
CL0TD
TLOTD
0LOTY
690TY
89019
L90TY
99010
S901TN
¥9010
€907D
901D
19010

6S0TD
8G0TD
LSOTV

9LTT1D
SLT10
YLTTV
€LTTD
TLITD
0LTTD
69TTD
89TTD
L9710
99110
S9TTN
Y9TTD
€9TTD
911D
19110

63110
8SGTT0
LSTTD
9STTV

€GTT0
CST10
TST1D
0GTTD
6%1TD
8YITY
LYTTD
911D
SPTTO
415
(44331
[474391
07110
6ETTD
8ETTD
LETTD
9ETTD
SETTO
PeT1D
€ETTN
CETTY
TETTD

6CTTY

9TTITY
SCTID
YZ110
€110
(442 %]
12110
0ZTTD
61110
8TTTD
LITTD

LETTY
9ETTD
SETTD
vecin
€ECTO
CETTD
T€21D
0€CTO
62CTD
8¢CTH
LeeTy
921D
S2CTO
{44 %]
€2CTO
2TTId
12210
0zeTy

L1210
912TH
STCTD
V1CTV
€1CTY
[A%4 %]
11210
0TCTY
60CTD
80CTD
L021D
90219

20TTD
10210
00210

86110
LBTTD
96110
S6TTD
ve11V
€6TTD
2BTTD
T611D
06TTD
68TTY
88TTN
L8TTD

S8TTD
¥8T1D

18110
08110

8.L1T0
LLTTY

[Tzez10 ]
962TD
S62T0
vecin
€62T0
c6TTn
16210
06210
68210
L8CTY
S8CTH
v8CIv
€8CTD
28TINn
821D
08ZTH
6.21D
8.LTTV
LLTTD
9,21V

V.21V

cLTTY
TL21D
04210
69CTY
89CTY
19210

S9CTY
%921D
£€9210
1444
19210

6GCTH
8GCT0
LSTTO
9G2TH
SS2TN
vse1v
€5CTY
[a{4 %]
19210
0§21
6vCIN
8YC1D

ovCTV
SYCID
¥¥21d
£¥CTH

1574941

6ECTD

LS€TNn
9GETD
SGETD
YSETY
€GETY
C¢SETN
TSETD
0GETO
6VETY
8YETD
LYETD
9YETD
SYETD
425
EVETD
TYeTY
TETN
oveTn
6EETD
8EETD
LEETD
9EETY
SEETN
YEETD
E€EETO
CEETD
TEETV
0EETD

8CETD
L2ETD
9zen
STETD

€TeTNn
2TETY
TzeTv
0ZETO
61ETD
8TETD
LIETY
9TETN
STETO
vI1€1D
EIETN

TTETD

60€TD
80ETY
LOETY
90€TD
SO0ETO
v0e1d
€0ETD
COETY

662TD
86210

L1%10

STPIN
YIvId
€TVID
(45444
11710
0T¥TD
60%TD
80%TD
LO%TD
90%1TNn
S0vTN
v0¥T0
€0%1D
20%TD
T071D
00%TD
66€T0
86€T0
96€TN
S6ETY
veein
€6ETY
CTEETY
T6ETN
06€TN
68ETD
88ETD
L8ETD
98E€TD
S8ETH
v8eTv
€8€T0
28ETH
T8€T1D
08ETH
8LETY
LLETD
9LETD
SLETO
VLETD
ELETY
CTLETN
TLETD
0LETD
69ETD
LOETY
99ETY
S9ETY
79€1D

CT9ETD
TOETD
09€TY

8GETD

9.¥10
SLVTD
VLV
€LVTD
TLYTY
TLYTV
0L¥TD
6971V
89%1D
L9%TD
99%TD
S9%TD
Y9%10
€9%1D
29%1D
19719

6S%1D
8S¥T0
LSYTY
9S¥TD

7Sv1In
E€SPTV
TS%10
0S¥TD
V6vv 1D
(4444
8¥¥TD
LYPTD
9%HTO
SY710

V4445
eVVID
(4445
153445
[044%)
B6EVTY
8EVTN
LEVTO
9EVTD
SEVTD
YEVTIV
€EVTIN
CEVTO
TEVIN
0EHTO

LTYTY
9CYID
STYTD
14445
€CVID
(4445
11425
(4450}
(15444

9€STV
SESTN
YESTD
€ESTO

T€STD
0€STD
6CSTY
8CSTV

92STD
§2STD
j£4°19)
€231
[44:19)
T2STD
0zsSTN
6TSTD
81STO
L1STD

71570

CISTD
TISTV

60STD
80STY
LOSTYV
90STD
S0STD
Y0STO
€0STN
TOSTD
TOSTD
00STH
66710

96VTV
S6VTY
i
€670
26%1D
T6%1D
0671V

88%1D
L8V1D
98VTV
S8%1D
¥8¥1D
€8%1D
[4siad
08¥1D
6.Y1D

LBSTY
9651V
S6STD
76510
€6STD
26510
T6STD

68510
88STD
L8STY
98STV

€891V
891D
831D
0831V
B6LSTV
8.1STN
LLSTD

S.STD
¥LS1D
€LSTD
CTLSTY
TLSTV
0LSTY
B69STV

L9SGTV

S9891D
9910
€99TD
C9STV
T9S1D
09STD

85STV
LSSTD
9SST10
GSSTD

€SSTV
¢SSTD
TSSTO
0SSTD
67310
8%31D
LYSTO
9YS10
VSPSTV
SYSTV

EVSTV
(4415
7SO
0%STD
B6ESTD
8ESTD

99910

YSoTV
€591
C2S9TV

6791D

L%91D
97910
SY91D
¥%910
€791D
Zv91D
991V
0v91D
6€9TN
8€9TD
LEITV
991D

veotv
€E9TH
CEITY
TEITY
Y0€91D
0€9TD
629TN
829T1D
L2919

¥291D

[44°)5]
12910
0Z91H
619TD
8191V
L1970
9T9TV
ST9TD

€T9TD
21910
11910
0T9TY

90919
S097D
€091V
091N
T091D
00970
66510
86510

STLID
8TLID
LTLTD
VAN
CTL1D
TTL1D
0TLTD
60.TN
80LTD

SO0LTD
70L1D
€0L1D
20LTD
TOLTY
00LTY

L69TD
9691D
S69TD

26970

069TV
6891V

Y991V
€991D
29910
T991D
09970
65970
85970

C6L1D

68.LTV
88.10
L8LTYV
98LTV

28.L10
T8L1D

LLL10

YLLID
€LLIV
CTLLTD
TLLTD
0LLTD
69L1D
89.10
L9LTD
99,70
S9LTD
%9.L1D
€9.19D
COLTY
T9L1D
09LTV
6SLTY

LS.T0
9G.L1D
SSLTV
¥SL1D
€GLTD
CS.L10
TSL1D
0S.LTD
67LTV
8Y.L1D
LYL1D

SELTD
YELTD
€ELTD
CELTV
TE€L1D
0ELTA
6CLTV
8TL1D

9CLID

RLDWIDE

PROTEIN DATA BANK

O

()

W



EMD-6397, 5AA0

wwPDB EM Validation Summary Report

Page 19

28810
TS810
05819
6%81D
8¥8TV
L¥8TY
9%81D
S¥81D
77810
€%8TD
Zv81d
9810
0%81D
6€81D
8€8TD
LE8TD
9€81D
SE8TH
vestn
€€8TN
TEBTD
T€8TD
0€8TD
6281V

L2810
9281
S28TV
¥281d
€28TD
2e81H
1281V
0281
6181V
81810
L1819
91810
71810
€18TD
CI81V
11819

808TN
L0819
908TD
§08TN
70810
€081V
08TV
T08TD
66LT7D
L6LTD
96.10
S6.10
v6.L10
€6LTD

T26TD
0zZ61D
6161V
8161V
L1610
9161V
ST6T0
71610
E€T6TV
(4134 4
T167T0
0T6TD
60610
80610
L06T1D
90619
S06TD
061D
€06TD
20610
TO6TV
0061V
668TD
86810
L6810
968TD
S68T0
76810
€68TD
26810
T68TD
0681V
6881V
8881
18810
98810
S88TV
7881V
€88TD
28810
78810
08810
61810
81819
CL8TV
TL8TV
04810
69819
981N
€98T9
981D
T981D
09819
6581V
858TD
L5810
95819
§S81D
7581V
€981V

6L6TD
8L6TV
LL6TY
9,610
SL61D
v.L61D
€L61D

TL6TY

0L6TV

0%02d
6€02D
8€0TD
LEOTD
9€0TD

ve0ZN

Teocy
0€0TY
62029
8202N
1,202
9202d
§20Td
¥202d
€202
2zozn

0ozozy
6102V
81029

91020
ST0CY
v1ocy
€102V
2102D
1020
0T0ZD
60029
80020
1002
90020
S002V
7002
€002
2002H
T00CTV
00029
66610
86610
L6619
96610
S66TN
76610

T6610
06610

88610
L8610
9861V
G86TD
78610
£861D

T0TZD
0072
66020
86020
16020
96020
S602D

£602D

T6e0zn
06029
68020
88029
18029
9802N
S$8020
78020
€802
80TV
18020
08029
6,020
8L02D

TLOTY

0L029
6902

19029
99020
$902D
79020
€902D
2902V

6502V
8502V
LS02V
95029
85020
vS0cy
€502
[4:{043)

0502D

Lv0zn
9702ZH
S7020
¥¥02d
€%02D
cvoey

912D
0972
6STCD

LST2D
9512
SST12ZH
¥S12D
€STCD
(4154
TST12D
0S§T2Nn
612D

Ly12d
9%12d
SY120

€¥12d
(4454
13454
0o¥12d
6€T1CD
8€TTD
LETTD
9€TTD
SETTY
veTTY
€ETTD
ceTen
TETTH
0gTzn
62120
8212
pxq543)

S21TH
¥Z12d
€2TTD
zeien
1212D
[J4543)

8112n
L1T2Y

ST1ZD
142141
€172n
(4554
TT12D
[28%4)
60720
80T2D
072D
90TZH
S0TZD
7012
€0T2D
coten

T€2T0
0€TTD
62220
82TTH
Lzeey
9zTed
segeey
vceed
6122D
8122
122D
91229

e€1een
(4244
12T
0122TH
6022TD
80zen
022D
90TTd
§0T2d
6612V

261D
T612D
0612D
68120
88120
812D
98129

7812
€8T2D
2812H
T812H
08T2n
6.T2D
8.T2D
LL12D
9L1CV
SL12D
v.L12D
eLIey
zLIen
TLTCY
oLtey
6912V
8912
L9t2n
99129
S§9T2D
79120
€9T2D
2912H

T6cen
0622
6822
88TCV

98ceY
S$822Z0

€822D
[4:1443)
18220
08229
6,229

L12TH
9.23CH

eLeey
[kadi
T.2CD
04229
692eY
892CV

%922D
€922D
z9zen
19220
0922D

892D
LSzen
9522ZH
SS2TH
¥5ced
€522
[4144)
T82TH
0522
6évcen
8¥%2ed
VAL44)
9%2ed
sveen
v¥een
eveen
(4744
Tveey
0%2¢ed
6€TTH
8€TTD
LETTD
9€TTO
SETTH
veced
€ecen
zeeen

T9€2D
0S€2d
6%€2d
8veen
LYETD

Sveed
vveen
€¥€2D
ZveTd
TvETH
0%€2d
6EE€TH
8EETH

SEETY
4
€ELTY
ceeen
T€ETD
0€ETD
62€TH
8zeTy
Lzeey
9zeTd
GTETD
vzeed
€TETH
ceeey
12€2D

B6T€CTH
8T€TH
L1€2D
9T€TD
STETH
v1eed
€T€TD
cgreen
TTETY
oteey
60€TY
80€TH
L0€TD
90€2D
So0€ey
¥0€2D
€0€2D
20€TH
T0€ZD
00€2D
662CD
862CV

96zen
§622D
¥622D
€622
26220

15744
[5743)
60%ZD
80¥en
L0Y2D
S0%ZH
474

Toven
00%2D
66€CH
86€2N
LBETH
96€TH
S6€CD
¥6€2d
£6£TY
ceeey
T16€CD
oeeen
68€TH
88€TY
L8gen
98€TD
G8ETD

€8€TH
T8ETH
T8€TD
08€2D
6LETH
8.LETV
LLETY
9.LETV
SLETH
7.€2D

cLETD
TLETD
0LETH
69€CY
89€TD
L9€TH
99€TY
S9€TH
¥9€2d
€9€2D
T9€TH
To9gey
09€ey
6S€TO
85€TD
Lseen
95€2d
SS€TO
v5eed
€5€TD
cgseey

TLYTD
0.%2D
69vCY
89%2D
L9%2D
99%20
S9%20
¥9ved
€9%2D
zoven
T19%20

(17411

L8¥%2n
95%20
SS¥%2H
¥Sved
€Shey
(4174
11441
0S¥ey

©
3
N
(&

P47
(47444
15474

8eveN
LETTN

0EVTY
62YCD

El4741

[18743)
(4574

9192H
ST92D
vrsen
€192D
215820
11520

6052D
8052
L0S2D
90520

€092V
20S2ZD

S6%2D
Y6%2D

68%2D
88¥CY
L8%2D
98%2H
S8%2H
¥8%2H
£€8%2D
28vCd
18%2H

6.%2D
8.Lyey
LL%TD
9.Lvey
SL%2D
v.v2d
€Lven
CL%TD

165920

685CV
8852
L8sey
9852D
§892n
852N
€892
28S92H
1852D

61920
8.92H

9.82H
§.92D
25143
€L52D

0.52D
6952
8952D
L9SCD

S9G2V
Y952y
€992n
2992n
1982V
0992D
639920
85520
LSSTH
95852D

¥ssen
€592
[4sistd]
18820
0S52H
6%52D
8%52D
Lvsen
9vsen
S792D
¥¥92D
€%92D
cvsey
T¥SCy
0%92d
6€92D
8€92D
Lgsen
9€S5TH
SE€STH
vesey
€ESTY
2€STH

992D
0s9zn
67920
8¥92D
L7920
9%92D

¥992d
€%92D
2v9TH
T%92D
0%92d
6€9CY
8€92H

9€92N
S€92D
Ye92d
€€9CD
[4514)
1€92D
0€92D

82920
292D
9292D
S292H
%292
€292
22920
11441
0292d
61920
8192D
L1920
91920

21920
11920
0792

L0929

50920
70920
£092H

T092D
0092V
6652D
865CV

9652Nn
S6S52H
76520
€69¢n
26S2H

TTLTV
07.2d
60.2D
80.L2D
L0.2D

S0.LTV
%0.L2D
€0.L20
coLzn
T0LZD
00420
66920
86920
692D
9692N
S6920
7692
€692V
26920
16920
06920
68920
8892N
892N
98929
S892H
¥892n
€892D
z89zn
892D
08920
6,92V
8.L92D
1L92H
91920
S.L9TV
¥.92D
€L92D
2L9TH
TL9TV
0.L92v
6992
89929
19920
99920
9992V
¥992H
€992H
2992y
1992
0992V
6992D
85920
L592V
9592n
S592H
vS9cy
€992n
25920

0.L.LZD
69.20
89.20
19,20

S9.TV
voLey
€9.2D
29.2H
T19.2D
09420
6G.2D
89.2V
LS.2Y

¥8.L2n
€SG.LTV
CS.LTO
TS.2D
0S.TV
67.LTV
8v.LTV
L%.LTD
ovLzn
S%.L20
¥¥L2D
€%.20
[477k&]
152x4 |
ov.Ley
6g€.Len
8ELTY
L€.2D
9ELTD
SELTD
veLev
EELTY
CTELTD
T€.L2D
0€.LZD
62.LTD
8c.L2n
LTLTD

€CLTD
2TLTD
139X4
ozLen
6T.2D
8T.LTH

91.20
STLTO
¥1L2D
E€T.LTY
verLev
crLzn

2e8Tn
T€82H
0€8TH
62820
828T0
L2820
928TY
§2820
%2820
£28TY
228TH
1145144
0Z8ey
6182D
818CH
L1829
91820

¥1820
£18TY
218TH
1182H
0182V
6082V
8082n
082D
S082D
%0820
£082D
20829
1082V
66.2Y
86.2D
L6.2n
S6.TD
¥6.2D
€6.TD
2T6.LTH
16,20
06.L2Y
68.20
88.20

98.2n
S8.20
%8.20
£8.2D

082D

9LLTV
SL.LTY
¥.LL2D
€L.T0
CTLLTD
TLLTD

RLDWIDE

PROTEIN DATA BANK

O

()

W



EMD-6397, 5AA0

wwPDB EM Validation Summary Report

Page 20

68820
88820

98829

882N

288eY
18820

98¢
§.82D0
¥.820
€182V

T.820
04820

§982N

£982D
2982H

0982V
6982D

L5829
95820

982D
0¥%82d
6€8CD
8€8CD
LEBTD

20620

96820
§6820

5S ribosomal RNA

e Molecule 2

7%

™ oo
0 0
<< <<

41%

52%

Chain AB:

o 0
<
< O

~
Sy
o

o
<
o O

ovn

8€D
LED
9€D

TE€D
0€d
6cy
820
pey]
9Ty

o
€20
cen
T2
0zd
61D
819D

<+ ~
= par}
-Dlu

69

70

011D

801D
010
901D

YOTV

201D

001D

¥ v ©
D O D
[(SR=3}

= o
D D
(SIRY)

Y68Y

©
Y
o

80

89
08n
6.0
8LV

9.9

[l
~
(&

0LD

S90
790
€90
290
799

6SY

0zT0

50S ribosomal protein L1

e Molecule 3

5%

26%

64%

5%

Chain AC
O

099

LSN

SSa

€94
[4ct}

o
0 0
a A

©
<
(&

LYT

Sy
YvH
EVA
{47

0L

8ed
Led
9%

el

2el
Ted
oex
62A
8C1

9Ty

0
N
<

®
N
[=]

1CL

0 © ©
- —
a A £

]
—
=

T

o
=1
I

0CTH

864
Led
96D
S6D

€64

63V

98Y

(428

08D
6.3

LLT
LY
SL1
YLA
€4

19D
99H

15745

B6ETN
8E€Td

9€TT

50S ribosomal protein L2

e Molecule 4

15%

40%

44%

0 o =
— AN A
B [=J )

Chain AD

791

19T

Ay

SG6D

LYD

evd
(44
gl
0L

8EN

9€d

(43

D O
© 0
n <

ogd
6cd
8¢

W O~
NN AN N
H BN B

7Y
(a5}
11d

~ ©
Ix D‘l

T}
B3

€6V

o
©
=

()
~
=

[
~
X

LLY
9.d
SLI
7LD

1.0

694

294
99a
S9I

v81M

95TV

<+ 0 ©
o
oo
=40

— N
=
28

0ETY
6CIN
821D

9TTh

ceey
1544

g

L02ZH

S0TA

€0CN

TOCH

66TV
86TN
L6T1D

S6TY

6924

L9TS

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-6397, 5AA0

wwPDB EM Validation Summary Report

Page 21

50S ribosomal protein L3

e Molecule 5

16%

[
[T}
)

45%

35%

— o
- N
= << >

Chain AE

09N
6SA

LSY

SSN

089D

LYA
il

ova

LeYW
9EY

vEA

€0
0ed

921

®
]
=

)
=

(435}

011D
601X

LOTL
901D
SOTL
YOTA
€01d

T0TH
0073

86d
163

680
88D
184

S8N
784
€80
8y

7ox
€91
29d
Tod

LL1d

CTLIN

69TN

L9TA

v91Yd

097X
6STH

9GTH

€GTD

8¥1D

xS

(445

0¥v1s

TETY
0ETD

SCTD

€CTV

90231

Yocy
£02)

50S ribosomal protein L4

T0CL

€871
[4:1%

e Molecule 6

13%

42%

=3
Sy
o

43%

= 2 s
" <

© o
N~ @
2} <

Chain AF

199

984
i=p)

TSL

6%V

©
<
-H

evi

2

LEA
9EA

T€H

8CI

se¢d

919

(491
TIA
01d

61

121D

81TV

911a
STTV
PITA
ETTV

0TTT
601D

LOTH

£0TY

T0T1
00TL

~
)
>

©
[+
In

<+
)
2%

€63
26d

064

©
<
o

TLD
0LL

€934

081D
6.7

9LTT

YLIA

TL1d

99TV
9974

€9TA

1914
09TN

SETH

0ETY
6214
8CTTY

SCT1

€211

802D

50Ty

cocd
TOZA

66TM
86TV

508 ribosomal protein L5

S6Ta
Y6TIW
€6TA

1674

68TL

e Molecule 7

L8TA

13%

44%

42%

Chain AG

0
0
=3

[
[rolTe]
H 3

285223
R SRR

=)
s
=

©
)
=

SEd

—

o

=
~ o [se] N~ D
© [ o o o)
A - 12 [=] =

[l
Q
I‘ﬂl

14

611

L1d

STA

TTA

w © N

Sy
[=]

=l
=

611D
8114

2¢11d

0TTVY

80TN
LOTT

SOTH

0
o]
©

084

BLN

YA

TLL

69V

S99
7oL

0S1a

9VTA
SYIL

vid

LETT
9ETH

YETD

0ETN
621D

LT1D

2cld

50S ribosomal protein L6

e Molecule 8

11%

<
T}
~

37%

47%

—
5%

Chain AH:

791

DO - oNm
0 Q © © ©
G-~ ]

—
9
~

i

147208
E£7A

157201

8€ES

9€d

ved

© 1~
SRS
I>=‘U-

490

{443

=
o
a

)
=
=

©
—
©n

o
0 o -
Im - n‘-

e}
o

R LDWIDE

w_ 0

PROTEIN DATA BANK



Page 22

wwPDB EM Validation Summary Report

o =N © N m ~ o o <
n © o - N M~ OOoO H N < N~ — N M © N~ 00 o O O o — ~ ~ o N
©0 © N~ NN 00 00 © © [N ] [N oo — — — -~ o
o HAaH MO>0nmo 1] — T HO < @ 4 U@ = 2o =% 5] [
© N oM < w0 ~ D O o < O N~ OO (2] ~ 3] w © o~ o ©
o N M M oM o o ¢ < < < < < S < 0 [} © © ©0 © N~ ~ ~
88 LR Bl EEE ERY EEEEE sEcEce ¢ SEEC SN
A >no a o x> o> < = H @< 53] (&) > <O =] [ <
e Molecule 9: 50S ribosomal protein L13
hain AK: ©
Chain AK: . 32% 52% 16%
o o < © N~ (3] N~ o
n © o N N o o N wn [T} ©0 ©
o N © N~ ~— o w © 0 OO
< w0 — N ~ © o < W N~ o o o o ~ ~ ~ - — — NN
© © ~ N~ © 0 [ RNe BN [} i — = — — — oo
o © @0 N — N N~ o
N N o ™ M o0 N
SEEE Bk SRS
g & i “." -
e Molecule 10: 50S ribosomal protein L14
Chain AL: - 28% 51% 20%
l . -w-H-F.H BER RS Ag
- N wn [} ~ N o o0 m oM m < & S < wn [ToTe)
= H o 5] < o o £ =] n > %3] [ 3] [
~ ~
D O - AN < 0 o < © w © D o ~
O NN~ N~ © 0 k] [ D - p=}
oN
N
g
-
e Molecule 11: 508 ribosomal protein L15
Chain AM:
aln Do 36% 45% 15%
< g e B & M HEH B 98 5 28
] by S B & 2 283 = = 2 S 23
— Sy (2] — N oM wn © 0 o el e
© o o © 0 (v} 0 o o W0 0 o o o o o o o o N
© N~ N~ ~ ~ g e+ QO [Nl (&) - — -~ L i) — o -~ o
o UIUIMID-.> — o O M| > = = o o = - o (&) 4 X >
M m o0 2} < S < < wn
LR B ERR S 2
< | £ < U U A= <
e Molecule 12: 508 ribosomal protein L16
Chain AN: 7
aln L. 29% 49% 21%
o o 0~ o o0 n o 0 © o O M WO N
~ o — - — N o N [ o m <+ 0 0w www
N M e o 0~ o = N
o O n mn © o w © o o o — o N NN
© ~ ~ 0 © (2] [N - - — — — o o
oA = X O UI<> == o |2l Mo H < O
WORLDWIDE

eP

PROTEIN DATA BANK

EMD-6397, 5AA0



EMD-6397, 5AA0

wwPDB EM Validation Summary Report

Page 23

(%7434

TE€TI

e Molecule 13: 508 ribosomal protein L17

62TL

16%

30%

-
I“‘I
<

52%

Imw
0 ©
H <

Chain AO:

%91
E£GH

17481
0SGH

oD
ShY
44!
£va

[
]
a

SEL
el
ey
[4>0)

oel
621

LTS

sev
4]

{44
TCA

6TV

L74
9TH
STS
718

)
Ix-
0
©Q
I‘ﬁ-

e Molecule 14: 508 ribosomal protein 118
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e Molecule 15: 508 ribosomal protein L.19
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e Molecule 16: 508 ribosomal protein L20
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21%

-
Il
=

36%

43%

n
.

Chain AS:
i<

68V
8SA

SV
790
€94

©
<
S

(44
15

8€1

ved
EEA

o
o
(=

0€D

[
«Q
o

824

9za

ver
€cd

0
©
x

{144
021

L1D
91d

© I~ D
X B o

e Molecule 18: 50S ribosomal protein 122

w0
=

T0TD

661

~
)
=

S61

o
5
o

LLY

w ©
~ S
[P~

YL

—
~
i}

19D

S99

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-6397, 5AA0

wwPDB EM Validation Summary Report

Page 24

11%

34%

) ©
i <
o =

55%

Chain AT:

6SA

98V
SSY
14

[4ckc

0SA
673
8y

9817

8y
£8)

8V
08d

8.4
L.a

YLV

o
~
X

0LX
691
894

€90

e Molecule 19: 508 ribosomal protein .23

TON

10%

36%

53%

Chain AU:
5ok

09y

8GH

wSA

CSA

i)
SPL
¥va

TPN

6€L

lt°
<)
-

Sel
YEV

e Molecule 20: 508 ribosomal protein 1.24

TEH
0ogA
6CTM

pRan
9CA
sy

(44§

0zd
6TV

LTV

(49

—
—
A

~
=

£6d

—
8%

44%

44%

o N
) ]
> ©

—
5%

Chain AV:

094

25!
€9d

67A

g
=

—
s
o

6EA

LEA
9EY

o
el
[

0€A

©
3]
x

€TH

—
—
[=]

0
x

e Molecule 21: 508 ribosomal protein 125
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e Molecule 22: 50S ribosomal protein L27
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e Molecule 42: 30S ribosomal protein S9
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e Molecule 43: 308 ribosomal protein S10
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e Molecule 44: 308 ribosomal protein S11
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e Molecule 45: 30S ribosomal protein S12
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4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C1 Depositor
Number of particles used 77127 Depositor
Resolution determination method | Not provided

CTF correction method CTFFIND3 Depositor
Microscope FEI TECNAI F20 Depositor
Voltage (kV) 200 Depositor
Electron dose (e~ /A”) 20 Depositor
Minimum defocus (nm) 1500 Depositor
Maximum defocus (nm) 4000 Depositor
Magnification 73684 Depositor
Image detector FEI FALCON II (4k x 4k) 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: 8AN|,

GCP, NMY

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 #|Z| >5 RMSZ 47| >5

1 AA 0.69 | 17/69678 (0.0%) | 1.05 | 364/108758 (0.3%)
2 AB 0.56 0/2954 0.95 5/4606 (0.1%)
3 AC 0.79 0/1772 1.35 32/2383 (1.3%)
4 | AD | 097 | 1/2174 (0.0%) | 1.76 56,2927 (1.9%)
5 AE | 1.06 | 5/1611 (0.3%) | 1.66 4372171 (2.0%)
6 AF 0.83 0/1660 1.51 35/2247 (1.6%)
7 AG | 083 | 1/1507 (0.1%) | 1.53 34/2027 (1.7%)
8 AH | 082 | 2/1354 (0.1%) | 148 28/1831 (1.5%)
9 AK 1.03 1/1140 (0.1%) 1.64 30/1537 (2.0%)
10 AL 1.23 3/942 (0.3%) 1.97 48/1268 (3.8%)
11 | AM | 1.00 | 2/1123 (02%) | 1.63 33,1493 (2.2%)
12 AN 0.99 0/1100 1.76 35/1470 (2.4%)
13 | AO | 0.98 1/974 (0.1%) 1.60 27/1302 (2.1%)
14 AP 1.00 0/887 1.66 28/1180 (2.4%)
15 AQ 1.14 2/990 (0.2%) 1.85 35/1325 (2.6%)
16 AR 1.03 1/982 (0.1%) 1.50 21/1306 (1.6%)
17 AS 1.16 2/790 (0.3%) 1.93 32/1057 (3.0%)
18 | AT | 089 1/886 (0.1%) 1.52 17/1189 (1.4%)
19 AU 0.77 0/756 1.38 16/1015 (1.6%)
20 AV 0.75 0/857 1.57 21/1142 (1.8%)
21 | AW | 0092 | 1/1467 (0.1%) | 1.78 53/1992 (2.7%)
22 AX 0.86 0/679 1.59 20/902 (2.2%)
23 AY 0.83 0/569 1.31 8/751 (1.1%)
24 | AZ | 0.86 17474 (0.2%) 1.62 137635 (2.0%)
25 Aa 1.10 0/594 1.85 26/795 (3.3%)
26 | Ab | 1.03 27459 (0.4%) 1.76 20/621 (3.2%)
27 Ac 1.10 0/433 1.88 15/576 (2.6%)
28 Ad 0.97 0/438 1.35 4/575 (0.7%)
29 Ae 0.83 0/523 1.62 18/690 (2.6%)
30 Af 0.81 0/310 1.56 6,/407 (1.5%)
31 | Al | 067 1/751 (0.1%) 1.20 6,/1042 (0.6%)
32 | AJ | 056 | 1/1012 (0.1%) | 0.1 4/1373 (0.3%)

EMD-6397, 5AA0
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ 4| Z| >5
31 | BA | 065 | 3/36437 (0.0%) | 0.99 | 134/56865 (0.2%)
35 | BF | 0.87 | 1/1935 (0.1%) | 1.50 | 38/2609 (1.5%)
36 | BG | 0.70 0,/1636 1.33 | 21/2205 (1.0%)
37 | BH | 089 | 3/1733 (02%) | 1.42 | 27/2318 (1.2%)
38 | BI | 036 0/1162 148 | 22/1564 (1.4%)
30 | BJ | 085 0,/856 1.28 7/1154 (0.6%)
10 | BK | 0.7 0,/1276 137 | 21/1709 (1.2%)
i1 | BL | 085 0/1136 1.34 13/1527 (0.9%)
2 | BM | 0.75 0,/1029 1.16 9/1379 (0.7%)
43 | BN | 0.70 0/807 1.33 10/1085 (0.9%)
44 | BO | 085 0,900 158 | 22/1213 (1.8%)
5 | BP | 0718 0/986 149 | 21/1320 (1.6%)
16 | BQ | 0.36 0/924 0.68 0/1238
7 | BR | 0.72 0,/501 1.34 8/664 (1.2%)
8 | BS | 083 0,745 1.33 9/992 (0.9%)
19 | BT | 087 0/716 1.35 12/963 (1.2%)
50 | BU | 0.99 1/870 (0.1%) 1.51 20,1159 (1.7%)
51 | BV | 0.79 0,603 1.61 13/799 (1.6%)
52 | BW | 0.63 1/661 (0.2%) 1.31 4/890 (0.4%)
53 | BX | 0.04 0,765 1.27 8,/1007 (0.8%)
54 | BY | 0.7 0/212 1.26 3/277 (1.1%)
55 | BC | 0.42 0,/1809 0.64 0,/2819
56 | BD | 0.4 0/1784 0.66 2/2780 (0.1%)
56 | BE | 0.38 0/1784 0.65 0,/2780
57 | BZ | 039 | 1/4678 (0.0%) | 0.74 5/6310 (0.1%)
All | Al | 073 |55/167791 (0.0%) | 1.16 | 1562/250219 (0.6%)

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

1 AA 0 432

2 AB 0 17

3 AC 0 1

5 AE 0 1

6 AF 0 1

9 AK 0 1
12 AN 0 1
15 AQ 0 1
17 AS 0 1

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

Mol | Chain | #Chirality outliers | #Planarity outliers
25 Aa 0 1
26 Ab 0 1
31 Al 0 2
34 BA 0 170
37 BH 0 1
39 BJ 0 1
44 BO 0 1
47 BR 0 1
All All 0 634

The worst 5 of 55 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 AA 1060 U 03-P | -64.22 0.64 1.61
34 BA 1317 C 03-P | -56.08 0.77 1.61
1 AA 1203 G 03-pP | -27.80 1.19 1.61
34 BA 1167 A 03’-P | 16.69 1.86 1.61
31 Al 153 | LEU C-N -15.30 1.11 1.33

The worst 5 of 1562 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
34 BA 1317 C P-03-C3" | -39.35 61.17 120.20
34 BA 1317 C 03’-P-05" | 38.74 162.11 104.00
1 AA 1060 U 03-P-05" | 36.33 158.49 104.00
1 AA 2448 A Ch-C4-04’ | -21.84 76.34 109.10
1 AA 1203 G P-03-C3" | 21.81 152.91 120.20

There are no chirality outliers.

5 of 634 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 AA 14 A Sidechain
1 AA 25 U Sidechain
1 AA 3 U Sidechain
1 AA 31 C Sidechain
1 AA 9 U Sidechain
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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 AA 62218 0 31250 16555 0
2 AB 2641 0 1337 611 0
3 AC 1742 0 1779 1085 0
4 AD 2124 0 2207 1519 0
) AE 1578 0 1647 1107 0
6 AF 1625 0 1666 835 0
7 AG 1482 0 1546 904 0
8 AH 1328 0 1407 738 0
9 AK 1113 0 1183 795 0
10 AL 932 0 992 757 0
11 AM 1106 0 1183 814 0
12 AN 1080 0 1127 756 0
13 AO 960 0 1021 619 0
14 AP 877 0 938 530 0
15 AQ 976 0 1031 671 0
16 AR 964 0 1022 743 0
17 AS 779 0 852 27T 0
18 AT 876 0 941 473 0
19 AU 742 0 800 369 0
20 AV 844 0 930 440 0
21 AW 1435 0 1463 759 0
22 AX 670 0 700 387 0
23 AY 567 0 621 324 0
24 A7 469 0 018 328 0
25 Aa 581 0 S77 399 0
26 Ab 445 0 459 289 0
27 Ac 426 0 452 288 0
28 Ad 430 0 480 284 0
29 Ae 515 0 o87 409 0
30 Af 307 0 335 156 0
31 Al 752 0 363 210 0
32 AJ 993 0 1019 756 0
33 Ag 620 0 132 151 0
34 BA 32554 0 16390 7469 0
35 BF 1900 0 1951 1096 0
36 BG 1612 0 1677 47 0
37 BH 1703 0 1763 883 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
38 BI 1146 0 1207 606 0
39 BJ 843 0 857 410 0
40 BK 1257 0 1296 o87 0
41 BL 1116 0 1177 740 0
42 BM 1010 0 1035 516 0
43 BN 794 0 840 381 0
44 BO 885 0 904 480 0
45 BP 970 0 1057 529 0
46 BQ 914 0 954 650 0
47 BR 492 0 529 288 0
48 BS 734 0 771 363 0
49 BT 700 0 720 359 0
50 BU 857 0 930 472 0
51 BV 597 0 666 390 0
52 BW 647 0 653 045 0
93 BX 763 0 857 418 0
o4 BY 208 0 221 91 0
95 BC 1619 0 819 220 0
o6 BD 1597 0 802 301 0
o6 BE 1597 0 799 356 0
o7 BZ 4610 0 4492 2755 0
o8 AA 42 0 46 20 0
o8 BA 42 0 46 15 0
29 AA 44 0 18 80 0
60 BZ 32 0 14 39 0

All All 155482 0 106056 52024 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 200.

The worst 5 of 52024 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)
32:AJ:112:MET:SD | 32:AJ:122:ALA:HB2 1.28 1.70
3:AC:171:ILE:CD1 3:AC:192:PHE:CZ 1.75 1.70
34:BA:1226:C:C4 | 46:BQ:104:ARG:HG3 1.16 1.69
1:AA:716:A:C2 48:BS:44:LYS:HG3 1.30 1.67
32:AJ:75:SER:HB3 | 32:AJ:130:SER:CB 1.24 1.66

There are no symmetry-related clashes.
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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
3 AC 220/228 (96%) 153 (70%) 39 (18%) 28 (13%) |
4 AD 270/272 (99%) 125 (46%) 59 (22%) 86 (32%)

5 AE 204/206 (99%) 117 (57%) 31 (15%) 56 (28%)
6 AF 206,/208 (99%) 109 (53%) 46 (22%) 51 (25%)
7 AG 180/182 (99%) 79 (44%) 47 (26%) 54 (30%)
8 AH 172/174 (99%) 80 (46%) 46 (27%) 46 (27%)
9 AK 137/139 (99%) 64 (47%) 28 (20%) 45 (33%)
10 AL 120/122 (98%) 59 (49%) 23 (19%) 38 (32%)
11 AM 143/145 (99%) 57 (40%) 36 (25%) 50 (35%)
12 AN 134/136 (98%) 49 (37%) 33 (25%) 52 (39%)
13 AO 115/117 (98%) 57 (50%) 39 (34%) 19 (16%)
14 AP 108/110 (98%) 48 (44%) 28 (26%) 32 (30%)
15 AQ 115/117 (98%) 52 (45%) 26 (23%) 37 (32%)
16 AR 115/117 (98%) 35 (30%) 50 (44%) 30 (26%)
17 AS 99/101 (98%) 52 (52%) 19 (19%) 28 (28%)
18 AT 108/110 (98%) 63 (58%) 24 (22%) 21 (19%)
19 AU 92/94 (98%) 57 (62%) 16 (17%) 19 (21%)
20 AV 108/110 (98%) 43 (40%) 32 (30%) 33 (31%)
21 AW 178/180 (99%) 96 (54%) 43 (24%) 39 (22%)
22 AX 83/85 (98%) 52 (63%) 21 (25%) 10 (12%)
23 AY 65/67 (97%) 36 (55%) 20 (31%) 9 (14%)
24 AZ 57/59 (97%) 34 (60%) 8 (14%) 15 (26%)
25 Aa 69/71 (97%) 23 (33%) 15 (22%) 31 (45%)
26 Ab 55/57 (96%) 14 (26%) 19 (34%) 22 (40%)
27 Ac 47/49 (96%) 14 (30%) 7 (15%) 26 (55%)
Continued on next page...
gPDB
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Continued from previous page...

Percentiles

Mol | Chain Analysed Favoured | Allowed Outliers
28 Ad 47/49 (96%) 20 (43%) 12 (26%) 15 (32%)
29 Ae 62/64 (97%) 23 (37%) 17 (27%) 22 (36%)
30 Af 35/37 (95%) 20 (57%) 5 (14%) 10 (29%)
31 Al 151/153 (99%) 89 (59%) 33 (22%) 29 (19%)
32 Al 132/134 (98%) 56 (42%) 44 (33%) 32 (24%)
35 BF 232/234 (99%) 114 (49%) 41 (18%) 77 (33%)
36 BG 204 /206 (99%) 107 (52%) 46 (22%) 51 (25%)
37 BH 206/208 (99%) 95 (46%) 58 (28%) 53 (26%)
38 BI 148/150 (99%) 93 (63%) 38 (26%) 17 (12%)
39 BJ 99/101 (98%) 58 (59%) 19 (19%) 22 (22%)
40 BK 153/155 (99%) 73 (48%) 45 (29%) 35 (23%)
41 BL 136/138 (99%) 68 (50%) 35 (26%) 33 (24%)
42 BM 125/127 (98%) 62 (50%) 33 (26%) 30 (24%)
43 BN 96,/98 (98%) 52 (54%) 20 (21%) 24 (25%)
44 BO 117/119 (98%) 65 (56%) 29 (25%) 23 (20%)
45 BP 122/124 (98%) 50 (41%) 30 (25%) 42 (34%)
46 BQ 112/114 (98%) 64 (57%) 28 (25%) 20 (18%)
47 BR 58/60 (97%) 24 (41%) 16 (28%) 18 (31%)
48 BS 86,/88 (98%) 36 (42%) 35 (41%) 15 (17%)
49 BT 81/83 (98%) 42 (52%) 24 (30%) 15 (18%)
50 BU 102/104 (98%) 62 (61%) 23 (22%) 17 (17%)
51 BV 71/73 (97%) 26 (37%) 26 (37%) 19 (27%)
52 BW 78/80 (98%) 30 (38%) 25 (32%) 23 (30%)
53 BX 97/99 (98%) 38 (39%) 32 (33%) 27 (28%)
54 BY 22/24 (92%) 9 (41%) 6 (27%) 7 (32%)
o7 BZ 603,/605 (100%) | 280 (46%) | 200 (33%) | 123 (20%)
All All 6575/6683 (98%) | 3224 (49%) | 1675 (26%) | 1676 (26%)

5 of 1676 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
3 AC 35 ALA
3 AC 39 GLU

Continued on next page...
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Mol | Chain | Res | Type
3 AC 54 SER
3 AC 61 THR
3 AC 72 VAL

5.3.2 Protein sidechains (1)

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

entries.

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

Percentiles

Mol | Chain Analysed Rotameric | Outliers
3 AC 180/180 (100%) 147 (82%) 33 (18%)
4 AD 215/215 (100%) 151 (70%) 64 (30%)
5 AE 166/166 (100%) 102 (61%) 64 (39%)
6 AF 164/164 (100%) 103 (63%) 61 (37%)
7 AG 156/156 (100%) 111 (71%) 45 (29%)
8 AH 143/143 (100%) 101 (71%) 42 (29%)
9 AK 118/118 (100%) 73 (62%) 45 (38%)
10 AL 100/100 (100%) 62 (62%) 38 (38%)
11 AM 111/111 (100%) 74 (67%) 37 (33%)
12 AN 106/106 (100%) 65 (61%) 41 (39%)
13 AO 100/100 (100%) 70 (70%) 30 (30%)
14 AP 87/87 (100%) 63 (72%) 24 (28%)
15 AQ 105/105 (100%) 67 (64%) 38 (36%)
16 AR 93/93 (100%) 64 (69%) 29 (31%)
17 AS 82/82 (100%) 58 (71%) 24 (29%)
18 AT 90/90 (100%) 62 (69%) 28 (31%)
19 AU 76/76 (100%) 54 (71%) 22 (29%)
20 AV 91/91 (100%) 72 (79%) 19 (21%)
21 AW 159/159 (100%) 116 (73%) 43 (27%)
22 AX 67/67 (100%) 49 (73%) 18 (27%)
23 AY 62/62 (100%) 44 (71%) 18 (29%)
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Mol | Chain Analysed Rotameric | Outliers
24 AZ 51/51 (100%) 36 (71%) 15 (29%)
25 Aa 63/63 (100%) 43 (68%) 20 (32%)
26 Ab 50/50 (100%) 33 (66%) 17 (34%)
27 Ac 48 /48 (100%) 31 (65%) 17 (35%)
28 Ad 42/42 (100%) 30 (71%) 12 (29%)
29 Ae 54/54 (100%) 39 (72%) 15 (28%)
30 Af 34/34 (100%) 28 (82%) 6 (18%)
32 AJ 101/101 (100%) 68 (67%) 33 (33%)
35 BF 202/202 (100%) 133 (66%) 69 (34%)
36 BG 160/160 (100%) 121 (76%) 39 (24%)
37 BH 180/180 (100%) 129 (72%) 51 (28%)
38 BI 115/115 (100%) 76 (66%) 39 (34%)
39 BJ 90/90 (100%) 62 (69%) 28 (31%)
40 BK 126/126 (100%) 93 (74%) 33 (26%)
41 BL 119/119 (100%) 85 (71%) 34 (29%)
42 BM 98/98 (100%) 74 (76%) 24 (24%)
43 BN 88/88 (100%) 67 (76%) 21 (24%)
44 BO 90/90 (100%) 75 (83%) 15 (17%)
45 BP 104/104 (100%) 79 (76%) 25 (24%)
46 BQ 92/92 (100%) 66 (72%) 26 (28%)
47 BR 49/49 (100%) 37 (76%) 12 (24%)
48 BS 79/79 (100%) 62 (78%) 17 (22%)
49 BT 72/72 (100%) 47 (65%) 25 (35%)
50 BU 96,/96 (100%) 69 (72%) 27 (28%)
51 BV 64/64 (100%) 51 (80%) 13 (20%)
52 BW 71/71 (100%) 53 (75%) 18 (25%)
53 BX 76/76 (100%) 59 (78%) 17 (22%)
54 BY 19/19 (100%) 17 (90%) 2 (10%)
57 BZ 486/514 (95%) 340 (70%) | 146 (30%)
All All 5390/5418 (100%) | 3811 (71%) | 1579 (29%)

5 of 1579 residues with a non-rotameric sidechain are listed below:

Percentiles
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Mol | Chain | Res | Type
35 BF 91 PRO
40 BK 113 GLU
35 BF 185 ILE
35 BF 84 GLU
37 BH 141 ARG

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 191

such sidechains are listed below:

Mol | Chain | Res | Type

37 BH 154 ASN

43 BN 56 HIS

38 BI 65 ASN

40 BK 106 GLN

44 BO 38 ASN

5.3.3 RNA (O

Mol | Chain Analysed Backbone Outliers | Pucker Outliers

1 AA | 2883/2889 (99%) 1269 (44%) 254 (8%)

2 AB 122/123 (99%) 46 (37%) 3 (2%)
34 BA 1514/1515 (99%) 484 (31%) 140 (9%)
55 BC 75/76 (98%) 26 (34%) 0

56 BD 74/75 (98%) 31 (41%) 2 (2%)
56 BE 7475 (98%) 23 (31%) 1 (1%)
All All 4742 /4753 (99%) 1879 (39%) 400 (8%)

5 of 1879 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 AA 13 A
1 AA 14 A
1 AA 15 G
1 AA 20 C
1 AA 26 G

5 of 400 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
1 AA | 2609 U
34 BA 308 C
56 BE 5 G

Continued on next page...
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Mol | Chain | Res | Type
1 AA | 2689 U
34 BA 31 G

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)

5 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).

Mol | Type | Chain | Res | Link CountsBonf({il\/IlgIZlgt:ES\Z | > 2 CountsBoPr{ll(\i/[SaZn glj;]Z | > 2
58 | NMY AA 3001 - 43,45,45 | 0.49 0 62,67,67 | 1.21 7 (11%)
50 | SAN | AA | 3003 | 56 | 21,2425 | 1.59 | 4 (19%) | 26,3538 | 2.30 | 10 (38%)
60 | GCP | BZ | 701 | - |323434| 176 | 8 (26%) | 49,5454 | 1.83 | 8 (16%)
59 | SAN | AA | 3002 | - | 21,2425 | 158 | 4 (19%) | 26,3538 | 228 | 10 (38%)
28 | NMY BA 1601 - 43,4545 | 0.48 0 62,67,67 | 1.07 6 (9%)

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

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
58 | NMY | AA | 3001 - 4/18/94/94 | 1/4/4/4
59 8AN AA | 3003 | 56 3/7/25/26 | 0/3/3/3

Continued on next page...



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

Page 46

wwPDB EM Validation Summary Report

EMD-6397, 5AA0

Continued from previous page...

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
60 | GCP BZ 701 - - 4/19/38/38 | 0/3/3/3
59 8AN AA | 3002 - - 4/7/25/26 | 0/3/3/3
58 | NMY BA 1601 - - 5/18/94/94 | 0/4/4/4

The worst 5 of 16 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
60 BZ 701 | GCP | PG-O1G | 5.57 1.61 1.50
59 AA | 3003 | 8AN Ch-C4 | 4.75 1.47 1.39
59 AA ] 3002 | 8AN C5-C4 | 4.68 1.47 1.39
60 BZ 701 | GCP | Ch-C4 | 3.22 1.47 1.38
60 BZ 701 | GCP | PG-02G | -2.94 1.48 1.55

The worst 5 of 41 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
60 BZ 701 | GCP | C5-C4-N3 | -6.20 118.52 128.39
59 AA | 3003 | 8AN | C5-C4-N3 | -5.84 118.68 126.72
59 AA ]3002 | 8AN | C5-C4-N3 | -5.83 118.68 126.72
60 BZ 701 | GCP | C2-N3-C4 | 5.10 121.09 112.30
59 AA ] 3003 | 8AN | N3-C4-N9 | 4.62 135.02 127.17

There are no chirality outliers.

5 of 20 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
58 AA | 3001 | NMY | C19-C18-018-C15
58 BA 1601 | NMY 05-C5-C6-N6
58 BA 1601 | NMY | C14-C13-0O11-C11
59 AA | 3003 | 8AN C4-C5’-05’-P
59 AA ] 3003 | SAN | 04’-C4’-C5-0¥’

All (1) ring outliers are listed below:

Mol

Chain

Res

Type

Atoms

o8

AA

3001

NMY

C10-C11-C12-C7-C8-C9

5 monomers are involved in 154 short contacts:
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
58 AA 3001 | NMY 20
59 AA | 3003 | 8AN 35
60 BZ 701 | GCP 39
59 AA | 3002 | 8AN 45
58 BA 1601 | NMY 15

(o] Ben) Hen) Han) Raw)

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Ligand S8AN AA 3003

Bond lengths Bond angles
g

1

e

Torsions Rings

Ligand GCP BZ 701

Torsions




Page 49

wwPDB EM Validation Summary Report

EMD-6397, 5AA0

Ligand 8AN AA 3002
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5.7 Other polymers (i)

There are no such residues in this entry.
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5.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
1 AA 10
3 AC 3
34 BA 3
33 Ag 2
31 Al 1

The worst 5 of 19 chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 Ag 30:UNK C 123:UNK N 31.39
1 AA 164:U 03’ 171:G p 7.68
1 AA 2893:G 03’ 2894:G p 5.34
1 AA 2107:C 03’ 2108:C p 4.97
1 AC 180:PHE C 181:PRO N 4.62
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-6397. 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)

This section was not generated.

6.2 Central slices (i)

This section was not generated.

6.3 Largest variance slices (i)

This section was not generated.

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

This section was not generated.

6.5 Orthogonal surface views (i)

This section was not generated.

6.6 Mask visualisation (i)

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

This section was not generated.

7.2 Volume estimate versus contour level (i)

This section was not generated.

7.3 Rotationally averaged power spectrum (i)

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_analysis
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_value_distribution
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#volume_estimate
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#raps

Page 53 wwPDB EM Validation Summary Report EMD-6397, 5AA0

8 Fourier-Shell correlation (i)

This section was not generated. No FSC curve or half-maps provided.
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9 Map-model fit (i)

This section was not generated.
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