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PDBID : 6HA1 / pdb 00006hal
EMDB ID : EMD-0176
Title : Cryo-EM structure of a 70S Bacillus subtilis ribosome translating the ErmD
leader peptide in complex with telithromycin
Authors : Crowe-McAuliffe, C.; Graf, M.; Huter, P.; Abdelshahid, M.; Novacek, J.; Wil-
son, D.N.
Deposited on : 2018-08-07
Resolution : 3.10 A(reported)
Based on initial model : 3J9W

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

We welcome your comments at validation@mail. wwpdb. org
A user guide is available at
https://www.wwpdb.org/validation /2017 /EM ValidationReportHelp
with specific help available everywhere you see the (i) symbol.

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

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

EMDB validation analysis : 0.0.1.dev132
Mogul : 2022.3.0, CSD as543be (2022)

MolProbity : 4-5-2 with Phenix2.0
Buster-report : wwPDB partial adaption of 1.1.7 (2018)
Percentile statistics :  20250101.v01 (using entries in the PDB archive January 1st 2025)
EM percentile statistics : 202505.v01 (Using data in the EMDB archive up until May 2025)
MapQ : 1.9.13
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49


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
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.10 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 NN | -
Ramachandran outliers (] W 0.6%
Sidechain outliers I | I 0.9%
RNA backbone NN W .39
Worse Better
I Percentile relative to all structures

[I Percentile relative to all EM structures

Metric Model-Map Fit Percentile Ranks Value
Q-score N | i I .43

Worse Better
I Percentile relative to all EM structures

I Percentile relative to EM structures of similar resolution

Metric ‘Whole archive EM structures Similar EM resolution
(#Entries) (#Entries) (#Entries, resolution range(A))
Clashscore 229148 23984 -
Ramachandran outliers 224038 23583 -
Sidechain outliers 223484 23102 -
RNA backbone 8273 3508 -
Q-score - 25397 14724 ( 2.60 - 3.60 )

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 A 2928 | ™ 54% 37% 8% -
2 B 112 . 56% 35% 9%

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

Mol | Chain | Length Quality of chain
3 | ¢ | o |* ™ T
4 209 77% 21% .
5 | E 207 | " & TR
6 | T 179 | ™= = = -
13%
7 G 179 74% 23% B
s | 145 | ™ = o
9 K 122 i 73% 26% .
10 L 146 k 82% 16%
11 M 144 - 76% 17% 6%
12 N 120 i 71% 28% -
13 O 120 i 78% 22% .
14 P 115 n 72% 28%
15 | Q 19 | * ™ e
16 R 102 - 73% 25% -
17 S 113 A 70% 24% P
18 T 95 - 73% 22% 5%
19 U 103 b 83% 16%
20 \W% 94 n 71% 16%  13%
21 X 62 = 71% 23% “6%
22 Y 66 - 74% 24% N
23 7 59 69% 29% B
24 0 59 61% 25% 5% 8%
25 1 49 59% 39% B
26 2 44 70% 30%
27 3 66 74% 21% e

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

Mol | Chain | Length Quality of chain
28 4 37 57% 43%
17%
20 | 6 63 |T T 27%
30 7 3 67% 33%
31 a 1554 i 54% 36% Te% -
32 | b sy | — 1% TR
33 c 218 = 70% 25% “6%
34 d 200 = 70% 24% T
35 e 166 - 78% 20% -
36 f 95 = 72% 24% o
37 g 156 - 69% 26% P
38 | h 132 |™ ™ SO
39 i 130 n 72% 22% P
40 j 102 — 61% 32% %
41 k 131 - 66% 20% PR T
42 1 138 - 67% 32% .
43 m 121 n 63% 26% STw
44 n 61 62% 34% Y
45 0 89 n 78% 16%
46 p 90 = 70% 27% o
5%
47 q g7 | o7 So% -
48 T 79 i 70% 1% 19%
49 S 92 - 61% 24% BT
50 t 88 n 72% 22% 6%
6%
51 X 87 49% 46% 5%

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-
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ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
52 TEL A 3001 X - - -
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2 Entry composition (i)

There are 52 unique types of molecules in this entry. The entry contains 140824 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 A 2887 | 61097 27661 11460 19992 92884 0 0
e Molecule 2 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
2 B 112 2392 1068 435 778 111 0 0
e Molecule 3 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
3 C 272 2083 1296 408 373 ©6 0 0
e Molecule 4 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
4 D 206 1569 985 289 290 5 0 0
e Molecule 5 is a protein called 50S ribosomal protein 4.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o 2 205 1561 980 289 290 2 0 0
e Molecule 6 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
6 F 176 1386 882 241 256 7 0 0



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#entry_composition
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e Molecule 7 is a protein called 50S ribosomal protein L6.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
7 G 175 1342 835 248 257 2 0 0
e Molecule 8 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
8 J 142 1123 710 206 202 5 0 0
e Molecule 9 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
) K 122 920 571 173 172 4 0 0
e Molecule 10 is a protein called 50S ribosomal protein L15.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
10 L 146 1081 671 207 201 2 0 0
e Molecule 11 is a protein called 50S ribosomal protein L16.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 M 135 1076 690 205 176 5 0 0
e Molecule 12 is a protein called 50S ribosomal protein L17.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 N 119 053 583 186 180 4 0 0
e Molecule 13 is a protein called 50S ribosomal protein L18.
Mol | Chain | Residues Atoms AltConf | Trace
13 0 120 Total C N O S 0 0

912 564 176 171 1

e Molecule 14 is a protein called 50S ribosomal protein [.19.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
14 P 15 944 600 185 158 1 0 0
e Molecule 15 is a protein called 50S ribosomal protein L20.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
15 Q 7 940 591 189 156 4 0 0
e Molecule 16 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
161 R 101 786 501 139 146 0

e Molecule 17 is a protein called 50S ribosomal protein L22.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
Ir s 109 812 525 164 150 3 0 0
e Molecule 18 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
18 T 90 725 452 134 136 3 0 0
e Molecule 19 is a protein called 50S ribosomal protein L24.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
19 U 101 762 478 142 138 4 0 0
e Molecule 20 is a protein called 50S ribosomal protein L27.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
20 W 82 630 390 123 117 0

e Molecule 21 is a protein called 50S ribosomal protein L28.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
21 X 58 444 275 92 75 2 0 0
e Molecule 22 is a protein called 50S ribosomal protein L29.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
22 Y 65 530 328 102 98 2 0 0
e Molecule 23 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
231 2 o8 455 281 89 84 1 0 0
e Molecule 24 is a protein called 50S ribosomal protein L32.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2410 o4 426 262 86 71 7 0 0
e Molecule 25 is a protein called 50S ribosomal protein L33 1.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
25 1 48 401 244 80 73 4 0 0
e Molecule 26 is a protein called 50S ribosomal protein L34.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
26 2 44 367 222 89 54 2 0 0
e Molecule 27 is a protein called 50S ribosomal protein L35.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
21 3 64 512 321 107 82 2 0 0

e Molecule 28 is a protein called 50S ribosomal protein L36.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
28 4 37 206 18 60 45 5 0 0
e Molecule 29 is a protein called 50S ribosomal protein L31.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
29 6 63 499 312 91 91 5 0 0
e Molecule 30 is a RNA chain called mRNA.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
30 7 3 60 27 7 23 3 0 0
e Molecule 31 is a RNA chain called 16S ribosomal RNA.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
31 & 1533 32891 14667 6034 10657 1533 0 0
e Molecule 32 is a protein called 30S ribosomal protein S2.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
32 b 218 1757 1119 309 323 6 0 0
e Molecule 33 is a protein called 30S ribosomal protein S3.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
33 ¢ 206 1619 1011 304 301 3 0 0
e Molecule 34 is a protein called 30S ribosomal protein S4.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
3 1 d 195 1568 991 201 284 2 0 0

e Molecule 35 is a protein called 30S ribosomal protein S5.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
35 ¢ 164 1218 767 225 224 2 0 0
e Molecule 36 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
36 f 92 755 476 132 146 1 0 0
e Molecule 37 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
37 & 149 1181 740 220 215 6 0 0
e Molecule 38 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
38 h 131 1036 655 191 187 3 0 0
e Molecule 39 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms AltConf | Trace
} Total C N O S
39 ! 125 966 599 191 175 1 0 0
e Molecule 40 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms AltConf | Trace
) Total C N O S
40 ] gE 761 479 139 141 2 0 0
e Molecule 41 is a protein called 30S ribosomal protein S11.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
41 k 114 838 516 164 156 2 0 0

e Molecule 42 is a protein called 30S ribosomal protein S12.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
12 1 136 1052 653 211 186 2 0 0
e Molecule 43 is a protein called 30S ribosomal protein S13.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
43 m 108 868 534 176 158 0 0
e Molecule 44 is a protein called 30S ribosomal protein S14.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
44 o 60 497 317 98 77 5 0 0
e Molecule 45 is a protein called 30S ribosomal protein S15.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
R 85 710 436 144 129 1 0 0
e Molecule 46 is a protein called 30S ribosomal protein S16.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
46 P 88 695 441 128 124 2 0 0
e Molecule 47 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
47 4 84 691 435 128 126 2 0 0
e Molecule 48 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
48 ' 04 518 332 96 88 2 0 0

e Molecule 49 is a protein called 30S ribosomal protein S19.




Page 13 wwPDB EM Validation Summary Report EMD-0176, 6HA1
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
49 > s 633 409 112 110 2 0 0
e Molecule 50 is a protein called 30S ribosomal protein S20.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o0 k 83 637 390 130 116 1 0 0
e Molecule 51 is a RNA chain called P-tRNA.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
ol * 87 1861 829 333 612 87 0 0

e Molecule 52 is TELITHROMYCIN (CCD ID: TEL) (formula: Cy3HgsN5O1p).

TEL

Mol | Chain | Residues Atoms AltConf
Total C N O
o2 A 1 58 43 5 10 0
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54%

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

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
outlier are shown as a green connector. Residues present in the sample, but not in the model, are

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
shown in grey.

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

3 Residue-property plots (i)

e Molecule 1: 23S ribosomal RNA

and red = 3 or more.
Chain A: -

Page 14

8.0

TLY

3

S¥D

wy
ovn

8V

9€D

ven

[4>0)
TE€D
0€D

82V

74

810

STD

™
-
<

2810
181D

B6LTY
8LTV

SL1D
yZAN

89TV
910

7910
€910
29Ty
T9TY
091D
95TV
0STVY

EVID

157470%

BETY

6110

88D
80

3

S8D

€61V

1810

€8TV

| goev
¢ roen

662N
862N
162D

1620
o6zn

’ 182D

982N

0 5820

€8¢
[4:14)

S.LTV

€LTY
CTLTO

0420
692D

€60

06V
68V

28€D

S.L€D

ELEV

L9€D

s9en
voev
£9€D

T9€D
09€D

vsev

TSED

LTSy
9CSY

815V

ST1SD
%199
€15V

1180
01SD

808D
LOSY

€050
2050

00SY
667D
867N

STLY

€TLD

SOLY
voLn
€0.LD
2oLy
T0LD
0040

1,699

i

069Y
689Y
889D

S890N

089D

€L9V

699D
8999
L99Y
999D

+

659V

059N

9TLD

LY
T2LD
0T.LD

8T.LD
LTLY
9TLD

628Y
8T8V

vc8d

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

EMD-0176, 6HA1

wwPDB EM Validation Summary Report

Page 15

L.60

G160

€169

0L6v

596V
796V

2960

6560

vsen
€569

876V

9%6D

%60

0 €76V

cven

0¥6D
6E6D

LEGD

o=y
0 ge6Y
0 veen

£€60

T€6D

826D
126D
926D

veen
€260

126D
026D
6160

916D

+

7160

116D
016V

SLOTY
VL0TY
€L0TY

TLOTD

6S0TY
850TN

9501V

€50TD

T1S01D

Iii<l>

6%0TD

V0TV

€%0TD

19010

6€0TD
8E0TD

€€0TD
2E0TD
T€01D

6201V
82010
L20TY
9201V

00TV

|

0T0TD

L00TD

|

€00TY
200TD

266D

186V

F

(47434

0 6ETTD
0 8ETTD

0 9eTIN
SETTH

i

€ETTD

L 2

811N
Le1Tn
9TTTY
SCTTD
7435
€TTTV
(442 %]
12110
0zZT1d
6TTTV

L 2 2 K 2 2

LTTTD

0 9TTTV

STTTY
¢

0 TITIN
0 0TT1D

80TTH

SOTTH

i

€0TTV

¢

TOTTD

960TY
S60TD
7601V

16070
0 06070
680TD
88079

980TN

28071D

6,070

LL0TD

ovZIn

9€CTD
SETTV

praqs)
92e1Nn

F

[44)

(544 4

€02TD

T0CTY

66110

LBTTY

68TTV

98T1D

78T1D

2¢8TTD
18110

6LITV
8110
LLTTD

ELITY

TLITD

99T1D
S9TTN

F

09TTD

8STTD
LSTTY

pAARA
iaa)
SPTTD

€VTIN

STETD
vieTy
€IETY
CIeETY
TIETD

LOETN
90€TD

Y0ETD

COETY

9621D
S6210

€621V
2621

062TD
68210

98CTY

282N
18210

0.L21D
6921V

99CTV
S9CTY

€9CTD

19210
0921V
6SCTD

LSTTD

521D
YSCTV

2SeTd
TS2T0
0SCTD
6¥C1n
8¥C1D

CTEETY

68€TO
88ETY

S8ETD
¥8ETO
€8ETN
CTB8ETD
T8ETV
08ETN
6LETN

LLETD
9LETD
SLETY

TLETD

0LETO
69€TO

9SETD

YSETD
€SE€TD

TSETN

9VETY

YYETO
EVETO

8EETD

€EETD

0€ETD

Lgemn
9CETY

€TETY
TTETD

8TETD
LIETD

76710

0671V
68710

Y.Lv1D

YovIV

09719
651N

LS%TN

TS%TN

671D

€¥¥10

l4a4434

9EVTIN
SEVTN

EEVIN
CEVIV

9CTHIV
r44 %]
veviv
€TVIV
[4474%]

8T¥1N
LTIPTY

v

9071V

Yoviv
€0VTD

LBETD

LS8STH

SGSTY

€951V

TSST0
0SSTD
wwmﬁb
9¥S1D
S¥ST0

EVSTN

0%STV
6€STD

9€STV

SESTN

EESTY

9ZSTD
SCSTH

2esTn
9TSTV
80S8T1D
L0810
90STV
C0STH

00STN

L6%1D

6991
89919

+

85919

Y91V
€991V

67910

SY9T1D

€%91D

TEITD
TEITV

82919

9z91n

[44°1%)

02TV

9191D

8091V
L091D
9091V

€LSTD

95,10

€SLTD
TSLTD
TS.T0
0S.TD

8%.L1D

VLTV
SYLIY

EVLIV
TyL1D

0%L1D

8ELIN

LTLTIV
9TLID

0ZLID

ETLIV

9691

76910
€69TD

T69TV

G891V

€891D
28910
8910
0891V

|

9.91D

791D
€L9TD
TLITY
TLOTD

€€8TD

62810
828TD

928TD
§z81Nn
¥281d
€2810

281D
0z8TvV
61810
8181V
L1810

SI8TV

T1810

07819

808TN

208TY

LBLIV

€6.L1D
T6L1D

06L10
68LTV

G8LTD
78LIV
€8LTD
T8LTD
T8.10

6LLTD
8LLTY
LLLTD
9LLIV
TLLTD

89LTV

99.L1D
29LTD
09.LTV

6510
85.T0

656TD
856TD

9561V

c¢s6Tn

9v61Nn
SY6TV
vve1n
EV6TD
144311

L

SE6TD

TEBTD

09819
658TD
8981V
15819
9§8TN

67810

L7810

S¥8TV

€¥81D

LE8TN

95029

75020
€502D
csoey
15020

(A
8%02n

9%02n
Sv0z2n

cyoey

8€0TD
L€0TD

€€02D

6202
82020

920TY

vcozn

zzozn

0zozn

oTogy
600D

002D

T002ZD
0002V
6661V

96610
S66TV

ommﬁo
¢mmﬂb
€L6T0
TLETN

0L6TD
69610
89610
L96TV
9961V
S96TV

verey
€E€TTD

TeT20
0ETTH

8cTen
Leten
9212ZH

e€erey
(44243

L

9112
sTien

8072n

0120

20120

00TCY

O

R LDWIDE
PROTEIN DATA BANK

8602D

T602Y
06029
6802V

,802Y

S802H
%8020

18029
0802V
6,020

L,0TD

S.02D

2.L02D

0,020

89029
19029
9902V
S9020
%902

[4:04

0902V
6502V

W



EMD-0176, 6HA1

wwPDB EM Validation Summary Report

Page 16

0 66729
0 86129
0 L6729
96120
¢ 9.2V
52229
1612V vLzzn
|
1.229
0LzTY
| 69zeo |
89229
19229
|
£9229

[4:144
144

6%2CH

9%2¢TH

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

eveen
T¥eey
owmub
912V LETTD
€912V -
2912 €ETTO
0 19129
oJmND
9GTZH

ST122n
0S72ZH

6%12D
81y
Lyien
idta )
S¥12H
¥v12d
evIey

S0ZeY

€022
coeey
Tozzn

OO PeO & & oo

v5eed

TSeTy
0S€2D

€EETD

Teezn

8CETH
LTETY

S2eTN

€CETI

Teeen
ozeen

Lieey
greey
sTeTy
v1€20

2¢1€eed
TTE€TD

80€2H

L

€622D

0622

822D

TS%20
8vven
6€7CD
SEVTO

TEVTD
0 1€h2N

4740

124744
(4743

15743
45749
€T¥TH
[a5%4)]

80%2H

90%CY
€0%20
covey
T0%ZH
¥6€CD

(4340

L8ETY

6.LETO

L.L€20

cLeTn

0L€TD
69€TY
89€TH

s9gTy
voecy
€9€T0

T9ETD
09€TH

S¥STH

T¥S2d

Sesen
¥esed
€esen
cEeSTY
T€S2H

3

9gsey
92492
445143

L

0zsen

L1852V
9152H

T1S82V
L0SeY
90520
S0SeY
z¢osen

L6veY
96%2D

682N
88%eY
L8%en

LLYTY
9.%TH

¥.L%2D
€L%TH

0.L%20
69%20

,9%2n

S9%2D
i25iz4

(474 4
T9%CY

6SVCY

Eiiza )

8¥9zn

2v9zn

0%920

8€92N
LEITD

2E9TH
T€92Y

Lz9ey

44143

02920
619CY

ST920

€1920
2192H

80920
092D

S092D

092D

6652
865CH

965TH
S6SCY

€852n

L1STD

€.L92D
[IA:143)

0LSey

%99¢H
€9520

¥552D

LYSTY

S9.2D
%9.2D

29.LTV

09.2H

L5220

ve.LTv
€§.2n

6%.20

LY.

€V.2D
2v.LT0

8ELTD
[49k4 )

12.L2d
02.L20

81T.2Nn

602D

80.LTV

20.LTH

96920
S6920

692D

6892V

1,929

%.L92H

¥o9zn

0992H
6592D

¥592H

89829

99820
59820

298¢V

0982V

15820

G582

€%82D

Te8ey

8¢8¢H

€262V

A

10629

66820

L682D

S6820

£682Y

1682H

1882V

e Molecule 2

S88TY

288TH

€.82D

5S ribosomal RNA

9%

35%

-

56%

Chain B

3

80
98n
s8N

990
S9D

€90
{4

09D
630

van
€80

oSV

8%D

i)

{472

oD
6ev
8€N
LEV

S€D
€D

ceNn

*

820
LTY

144

een
[443)

STD

i

4224

011D

LOTD

1010

L6V

508 ribosomal protein L2

e Molecule 3

24%

74%

Chain C

8CIN

¥erI
€21a

801X

€0TX
20Td

0073

86d

964

694
893

990

€94
(47

633

)

€SH

0

LET

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-0176, 6HA1

wwPDB EM Validation Summary Report

Page 17

€y

LETD

CETH

0ECH

1344

6121

AR

L0231

20TT

LBIN

7610

2611

68TH

S8T1T

LLIN

SLTY

CLIA

L9TH

S9T1

(4224 )
1918

85TV

9GTH
SGTA
¥STT
€STD

191D
0ST3

14428

9€Td
SETI

CETT
TE€Td

€5¢d

LYTH

e Molecule 4: 508 ribosomal protein L3

Ss¥ves

21%

—
77%

Chain D:

€974

8STA

95T

7STA
€STY

9V
Tv1d
LETS
CeTd
€211

0ZTh

811D

TTTL

Ll

784

{4

6.4

PLL

633

€54

Ol <IN o <o o BN, < B
© Qo = NN [N M o
= /Mo A =2 oA H o ==

TozL
0021
66TT

€6Td
C6TA
T6TN
68T
8811
L8TT
8LTA
9.TI

6911

e Molecule 5: 50S ribosomal protein L4

24%

75%

Chain E:

9€TL

STTA
8TTA
€TTA

90TH
SOTA

20t1d
T0T1

£8M

7.4

8934
190

LTI

S0CA

20cA

Y611

1614

88TN

e Molecule 6: 50S ribosomal protein L5

98TA
S81Q
811
€8TA
Z8IN
E€LIA
L9TY
€811
LY1S
€V11
6ETH

LETH

29%

68%

Chain F: -

¢

20T

8ETA
9€TT
SETH
veTa
EETA
6CTL

SeTyd

611X

LITA

80771
L0TS

S0TS

e Molecule 7: 50S ribosomal protein L6

13%

23%

74%

Chain G:

|
0 &
IIII‘= g

<>

<>

oo 2 2 4

>

<

@ & 00O o oo
=X =

S84

08A

LLA

0
~
=

€L

0.4

99H

€94
C9H

SGY

3

18T
0SA

gl

9€Y

~
-
=

> &

0
=
=

~
x

cLTY
TL1H

€9TI

091D

€5TY

6%TI

(7458
6ETH

YETA
EETA
CETA

(gt

LTTA
9111

80TA

Y011
€0TX

S6A

26D

881

e Molecule 8: 50S ribosomal protein L13

D E

O

R L DWI
PROTEIN DATA BANK

W



EMD-0176, 6HA1

wwPDB EM Validation Summary Report

Page 18

26%

70%

Chain J: =

SCTA
YCIN

1

(425}
T11d

60TH
801D

20Tl

L6&

S91

€91

8SI
LSI

SSGA

i

e Molecule 9: 50S ribosomal protein .14

91

T71X

8ETd

vera
EETH

LCTd

26%

73%

Chain K:

e Molecule 10: 508 ribosomal protein L15

16%

82%

Chain L:

e Molecule 11: 508 ribosomal protein L16

—
6%

17%

76%

Chain M: -

L2 4

(4

8Td

[q%:4

e Molecule 12: 508 ribosomal protein L17

28%

71%

Chain N:

8114

9TTI
STTY

80T

90Td

64

164

88Y
181

84
€81

081

L94
991

{424

694

€94
{4’}

671

LYW

4708

071

veq

€9

624

%21

[4an

0T1

0zZTA
6TTT

e Molecule 13: 50S ribosomal protein L18

22%

78%

Chain O:

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-0176, 6HA1

wwPDB EM Validation Summary Report

Page 19

6011

90TA

€0TH

00TX

e Molecule 14: 508 ribosomal protein L.19

28%

o <
~ @ o o oo o o © Il o ¢ NS B
9 ") 0 © © © ~ ~ © [ Q o 0 0 - -
o = [Zh =) [~ |2 A =] = E = ~

e Molecule 15: 50S ribosomal protein L20

72%

Chain P: =

¢

674

B
ce o

22%

75%

Chain Q:

5194 4

LOTN

SOTV

€071
20t1da

00TA

~
@
[=}

© o o o o
~ 0 0 0 00
>~ = () wn

e Molecule 16: 50S ribosomal protein L21

STH

€74

25%

73%

Chain R: -

YIA

e Molecule 17: 508 ribosomal protein .22

24%

70%

Chain S:

90TA

€0TI

e Molecule 18: 508 ribosomal protein 123

—
5%

22%

73%

Chain T: -

<
-
=

e Molecule 19: 508 ribosomal protein 124

16%

83%

Chain U:

Y9H

29d

094

e Molecule 20: 508 ribosomal protein L27

O

R LDWIDE
PROTEIN DATA BANK

W



Page 20 wwPDB EM Validation Summary Report EMD-0176, 6HA1

. i I
Chain W: 71% 16% 13%

(2] = B = — o> o ~ S a x >

e Molecule 21: 508 ribosomal protein 128
5%
Chain X: T 71% 23% 6%
oo

) o =< o N ) > 5 3 B
~ 2 /mnD == (2} = o ~ B4 ~

e Molecule 22: 508 ribosomal protein .29

K10

. =
Chain Y: 74% 24% =

| o o < < o oo o o < B
] 0 © © — as 3 3] ™ < Q‘ﬂ'g o
£ [Z ] [=} |2 o] =] — o = mH @ =

e Molecule 23: 50S ribosomal protein L30

R60

Chain Z: 69% 29% =

wn © I~ 0

e Molecule 24: 508 ribosomal protein 132

[}
s
=

R10

—- N i=3 [se} oo} < N~ © o <
— N ] N ® o & 0 0
n > ~ = = = == = - =

K57

. I
Chain 0: 61% 25% 5% 8%

< © [} Rl — — (s} ™ ™ 0 M < 2}
A ~ wn £ - 2] = o n = X (] =

e Molecule 25: 508 ribosomal protein L33 1

R16
R41

Chain 1: 59% 39% .

[N | ommw N~ o o < o o I oo o ~
o ) 0 o = = o H AN ) 3] g 0 < < S S
~ =] < O & - H 0 XX = ~ 4 O i 12} o =]

e Molecule 26: 50S ribosomal protein L34

Chain 2: 70% 30%

e Molecule 27: 508 ribosomal protein L35

K37
R39
L42

= [N o £ ~ oo



EMD-0176, 6HA1

wwPDB EM Validation Summary Report

Page 21

21%

74%

Chain 3

291
TOH

0SA
(528

o%d

8€l

50S ribosomal protein L36

9€%

Ley

44

618

€TYd

8y

S
T

e Molecule 28

43%

57%

Chain 4

508 ribosomal protein L31

e Molecule 29

27%

73%

17%

Chain 6

@® VOO0 OOOOO

9%
09N
654

€5a

(58

mRNA

e Molecule 30

33%

—
67%

Chain 7

~
N
=}

16S ribosomal RNA

e Molecule 31

8%

3

36%

54%

Chain a

L0

cLY

690

S90

{42
TV
090

LSV
99D

08D
6%D
8%D

15¢l

L€9
9€0

ey
€ed
{459

0€D

€D

0zd
610
8TV

91N

yIn

a2 & 2 & 4

6D

LSTD
981D

%910
€910

0STVY

Tvin

(44241
1710

+

LETD

0€TD

S92H

2810

LLTD

LI

0LTV

8910
L91D

2910

6GTV

SG€ED

[4cio4 )

L%€D

€%€0

Leey
9€€d

2eED

0geD
62V

£CEV

TCEY

8T€D

9T€D

vIev

L0€D
90€Y

70€N

20€d

62D

8820
8TV

S820

€82D

0820

8.ey

*

9.en
S.2D

€LTD
cLTD

6920

L92H
992V

0T¥d
6070

90%0
00%D

66€D
86€D

96€D
seen

z6ED
Teey

88€D

98€Y

08€d

SLEN

cLeY

89€D

29€D

LSEY

26%0
T67Y

8870
L8%D

987y

08%D
6.%D

SLVV

T7%D

6EVY
8EVY

SEVD
vevn

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-0176, 6HA1

wwPDB EM Validation Summary Report

Page 22

28SV
185V
0850

S.59
vls0n
€.50

T.80

893V

%930
€980

0980

€599
[4i=p]

0G5D

8¥sY
L%S0
979D

[

2esy
Tesn
028D
6TSY

+

ST19D
¥19D

0TS0
605D

905V

208N

0089

86.0

96.LY

L9.D

9%.LD

(425

0%.LD

STLY

coey
Toen
006D
668V
568D
068D

1880

S880
788D

880
0880

998D
7980

298Y

€580

6%8D

S8

€780

078N

TE8Y
0€8D

Ll

818D

918V

€780

9080

€08Y

200TN

000TD
6660

966V
S660

€66V

986D

2860
1869

8.L6Y

9,69

L

060

9960

Sv6v

L

L€6D
9€6D

£e6v
(40

+

616V

976D

F

69070

%9010

090TD

8G0TH

9501V

€501
2S0TNn

8¥0TV

.

9%0TD

€Y0TD
Zv0TD
%010
ov0TNn

6€0TN

9€0TD
SEOTO

€€0TD

TE0TY
0€0TD

80TV
Lzgotn
9201V
S20TH
¥2o1v

|

020Td
610TD

9T0TY
STOTO

(4109
11010
0T0TN
60070
80070

%001V

0STTN
67110
8¥11D

Sv1I0

EVITY
(44875
15435
ovITY

YETID
EETTY

0ETTD

62110

%2110

8TTTH

9TTTD

Y1110

CITTY
122944
OTTID
60TT1D

LOTTD
90TTD
SOTTA

£
+

COoTTY
ﬂomﬁb
96070
S60TN

£€60TN

16079
060TY

18019

7801D

801D
ﬁmmﬂo
SL0TNn
%L01D
€070
c.LoTn

T€TTD

12210
92210

|

4445

(444
TeeIn

viein

11210

602TD

90TTY
S0TTY

0021V
96T11D
€6TTD

[43351

68TTY

L8TTD

S8TTV

08TTY

8LITV
LLTTD

CTLITD
TLT1D
0L11D

89TTN
L9TTD
99TTV
S9TTD

€971

1911V

6STTN
8STTD

SSTTV

€GTTD
CST1D

6CZETD

9CETD

vZen

[44391)

8TETD
LIETD

STETY

[429%9)
TIETN

60€TD

LOETD

66210

9621V

16210

6.CTD

69219

9921V

S921D
7921
€921
(4145

0921V
69CTY
89CTD

F

LYCTY

6€CTD

SGETTD

[154%0)
(4542

80%1D
LOVTY

E0VTY

TO%1D
00%Tn

-

98ETYV
S8ETN

T8ETD

6LETD
8LETD

SLETD

F

€LETN
TLETY
TLETD

B69ETY

S9€TD

T9ETD

6SETV
8SETV

GSETV

€SETD

0SETN

ShETN

0%ETD

8EETD

SEETN

EEETY

TEETD
0€ETN

2esin

LTISTY
918N

+

0TSTY
60STV

LOSTD

S0STN

€0STY
COSTY

00STN

L6YTD
96%1D

vevin

LLYTD

CLYID

STPIN

0¥ST1D
6€STD

9ESTD

F

8CSTV

e Molecule 32

92STH

€CSTY

308 ribosomal protein S2

49%

e 11%

13%

74%

Chain b

Q@ © COPPPP G0 O G0 VP99V PP0 99099999090 9900 29990 o0

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-0176, 6HA1

wwPDB EM Validation Summary Report

Page 23

P11

0 ov1d

-4

LETT

OO PO> 0O o o

€ETT

COOP 9O V00O 90000 000

4258

1

Seyd

A 4

-

—
o
>

4

[l ©
Q Q
_ml ﬁl

694

191

COPO VO 0O SO0 O o oo

$S02a

€0CN

L 2

3

=
—
6%

86TA

i

25%

70%

991d

5%

Chain c: —

TeeI

& oo

812V

-
e Molecule 33: 30S ribosomal protein S3

&
S
Z
ii

20TI
TOTN

L& 2

SLA

cLd
TLA
0LY

89H

991
S9I

a2

E€9A

8%y

98I
isicy

€94

¥

o
™
—

i

0zs

©
g
I3I

1021
00cM
66TA

L6TA

S6T1

€8TA
281d

e Molecule 34: 30S ribosomal protein S4

24%

70%

5%

Chain d: -

SCTH

T2TA
LT1D
601D

YOTY
€0TT

L2 4

oed
624

ozs
611

LTI

AL

z1s

00zyd

L6T4
9614

434
6811
98TV

S8T1
7814

28TYH

08Td

i

SLTL %
i =)
zLTT =
1 E
99TL 1)
3911 =
[ 5170 el
€974 —
291d m
- G
@R
o
1871 e
0STI =
—
|
¢ o %
SP1S o
25
0 €vTd Yo
0 [4as's [ap]
i <L
6€TI =
8ETL 3}
] =
62Td o
8211
| era -
9TTA [}

20%

78%

YeTI

9TTH

vC11

ccia
811V
L1771
9114

ETTV
(431

SOTA

€0TL

66Y

164
967

w0
Im
-

8

08L

VLA

TLI

694

1

{428

(4!

9¥A

Ll

624

0ozyH

111
9TA

A%

ov1a
s¥is

[441]
15431

LETI

e Molecule 36: 30S ribosomal protein S6

6%

Chain f: —

24%

72%

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-0176, 6HA1

wwPDB EM Validation Summary Report

Page 24

z119 I 061
mﬂg gen iy ¢
i [ i X
161 At
Immm ¢ zz1y 28l
i - - 121V i
. . [ogm | 6.d
. z6d | — 61T X ]
Wi Ji i - B ¢k
yLI [ |
631 ST
S gad R ¢ m m P17 mw
981 T © . 1 1
981 X > 79b
o~
© N 7011

¢

98d ’ _
S84 cod
€011 z94

->
<
l 8
-
N
¢
g-
=]
32%
s

194

Te1 ¢ ¢ oot

| * mmé 69)

8.1 ¢ EEE | |8k

ddt oL 6.1 Leit

i 10 [ |

89a mE r i equ

0.

198 =0 ¢ 291
o o P . i
s k3 r i,
| zor k Azt o zv1

190 pres T i o Tva

09 P~ ] 0 071 (=) 230 — [ |

69 N 65K N | oeer | n N N 8ed

ol = 1 = i = = ey
3 051 ) ) o
ihet 6v1 = X mmv_ ) ° mﬂ =

g1 o X | o 2 o Q o ¢

i m. ) = m oes m Q mﬂ m )

Mwm = mmx — 8zd — g = o k

i < ¢ < ey © [ | < © 9zh

€1 m ¢ m oo m el m e

T sz | een
[T % % %R R Lowed
aey o 1 o ua o TeN o foracs
TEH BT ] 0eA
Q Q0 Q Q [ |
— - - — 124 — - o 610
= 9TT 8eTH = ] ~ zzh — ¢
N 7p) | [ | n TN wn [Eivan | n
= g w2 e = = = ¢
¢ s ME mmE % STy & 9TA = 3%
Copn 1S o o011

Y11 RCI €11 T o eTH o | -5 64

i < it mam o B ou  mEE O g o © o1

61 11d 617Y .. [ | TETA 118 24
e S b0 ¢ weman S 2 [ g

Q ] 8V 13 o o R

N < L1718 < [ | ZTIA L ] —

—= = —= = —= = —= =

| ) B= 9TTH ) B L | =) = o B

B34 M o STIL M o 2078 M o] M <

= 21 = | = =
° @) e11d ° @) €011 ° O ° @)

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

e Molecule 41: 308 ribosomal protein S11



EMD-0176, 6HA1

wwPDB EM Validation Summary Report

Page 25

13%

20%

66%

Chain k: -

*

e Molecule 42: 30S ribosomal protein S12

TCTIN
0CTH

0 €114

TITV

32%

67%

w o~
w wn
[

Chain 1:

¢

L 2

N-l\ (22}
A = ~

80TA
L0114

€071
2¢01a
TOTH

664
869D

964
S61

€6A

T6S

181

T8d
08I

S.4

0.1
694

99V

vox
€94

9V

6SN

€S

L0

i

[47)]
Tvd

ved

SETd
e

0ETA

8CIs
L2714

SZTh

€CTy

L1TL

(435S

e Molecule 43: 308 ribosomal protein S13

0TTI
60TH

11%

26%

63%

Chain m:

e Molecule 44: 308 ribosomal protein S14

34%

62%

Chain n:

€SI

674

v
SvY

v
0%0

8€)

ey

2ES

6cyd
8¢

9z
ferac

€Y

TCA

STH

[4x:!

631

P
O

.
X

e Molecule 45: 30S ribosomal protein S15

16%

78%

Chain o: =

8LA

1.4

89L

991
9461
8
6¢€1
ved

8zh

T2a

8TH

[T}
o

e Molecule 46: 308 ribosomal protein S16

27%

70%

Chain p:

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-0176, 6HA1

wwPDB EM Validation Summary Report

Page 26

e Molecule 47: 30S ribosomal protein S17

30%

67%

e Molecule 48: 30S ribosomal protein S18

19%

11%

70%

Chain r:

m\.z

994 m

1 wn
T9L

| A=

mﬁ_ ..nw

a2 m

| o

STk —

‘il

STH %

mﬁ o)

6TL .m

—

N

(@]

o

=

<t

(<]

—

=

Q

(<]

—

=

[ ]

15%

24%

61%

Chain s: -

el
TEA

9za

e Molecule 50: 308 ribosomal protein S20

—
. 6%

22%

72%

Chain t:

(428

6.1
8.4

jZX:!

LY
TLL

89H

~
©
1>

093

8SI1

9G)

[4AN

67.L

oA
Sva

(431

8TH

PN

0Ty

e Molecule 51: P-tRNA

16%

—
5%

46%

49%

Chain x:

e e s s s o 2 2 2 2 4

<l'
<
[

(471

2ed
TED
oey
620

prad)
92D

¥Zo
€V

Tey

O

R LDWIDE
PROTEIN DATA BANK

W



Page 27

wwPDB EM Validation Summary Report

EMD-0176, 6HA1

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C1 Depositor
Number of particles used 68652 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION

Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 1.425 Depositor
Minimum defocus (nm) Not provided

Maximum defocus (nm) Not provided

Magnification Not provided

Image detector FEI FALCON IIT (4k x 4k) Depositor
Maximum map value 0.184 Depositor
Minimum map value -0.083 Depositor
Average map value 0.001 Depositor
Map value standard deviation 0.011 Depositor
Recommended contour level 0.03 Depositor
Map size (A) 381.96, 381.96, 381.96 wwPDB
Map dimensions 360, 360, 360 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.061, 1.061, 1.061 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:

TEL

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 | prigy | 417) >5 | RMSZ 47| >5
1 A 0.34 | 0/69438 | 0.49 | 1/108311 (0.0%)
2 B 0.28 0/2675 0.48 0/4170
3 C 0.42 0/2120 0.76 0/2845
4 D 0.42 0/1591 0.76 0/2132
5 E 0.39 0/1580 0.74 0/2132
6 F 0.35 0/1405 0.80 0/1887
7 G 0.28 0/1360 0.67 0/1832
8 J 0.42 0/1146 0.77 0/1542
9 K 0.40 0/927 0.82 0/1245
10 L 0.40 0/1093 0.76 0/1457
11 M 0.36 0/1099 0.72 0/1468
12 N 0.42 0/960 0.72 0/1284
13 @) 0.34 0/921 0.79 0/1236
14 p 0.34 0/957 0.74 0/1279
15 Q 0.46 0/952 0.81 1/1266 (0.1%)
16 R 0.40 0/797 0.83 2/1070 (0.2%)
17 S 0.44 0/851 0.89 4/1146 (0.3%)
18 T 0.33 0/731 0.67 0/974
19 U 0.35 0/772 0.82 0/1032
20 W 0.40 0/638 0.88 0/847
21 X 0.36 0/448 0.81 0/596
22 Y 0.32 0/531 0.73 0/707
23 Z 0.34 0/457 0.73 0/613
24 0 0.40 0/433 0.78 0/574
25 1 0.34 0/406 0.74 0/540
26 2 0.42 0/370 0.70 0/483
27 3 0.38 0/519 0.70 0/680
28 4 0.37 0/299 0.70 0/393
29 6 0.29 0/509 0.75 2/678 (0.3%)
30 7 0.27 0/65 0.44 0/98
31 a 0.40 | 0/36826 | 0.49 0/57450
32 b 0.32 0/1782 0.88 7/2392 (0.3%)
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. Bond lengths Bond angles

Mol | Chain | pyia7 17 55 | RMSZ 4| Z| >5
33 c 0.40 0/1641 0.77 0/2208

34 d 0.41 0/1598 0.86 2/2147 (0.1%)
35 e 0.45 0/1230 0.80 0/1655

36 f 0.37 0/766 0.72 0/1031

37 g 0.40 0/1196 0.82 2/1604 (0.1%)
38 h 0.45 0/1048 0.87 0/1407

39 i 0.39 0/979 0.82 0/1315

40 j 0.46 0/773 0.79 0/1044

41 k 0.38 0/852 0.75 0/1153

42 1 0.44 0/1069 0.83 0/1435

43 m 0.41 0/873 0.93 1/1166 (0.1%)
44 n 0.44 0/507 0.95 2/672 (0.3%)
45 o 0.39 0/718 0.72 0/960

46 p 0.44 0/708 0.92 2/950 (0.2%)
47 q 0.38 0/699 0.79 0/933

48 r 0.38 0/526 0.77 0/705

49 S 0.33 0/649 0.74 0/872

50 t 0.37 0/639 0.79 0/852

51 X 0.33 0/2080 0.47 0/3242
All All 0.37 | 0/153209 | 0.58 | 26/229710 (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
0 1
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Continued from previous page...

Mol | Chain | #Chirality outliers | #Planarity outliers
37 g 0 2

38 h 0 1

42 1 0 2

43 m 0 3

45 0 0 2

48 r 0 2

All All 0 40

There are no bond length outliers.

The worst 5 of 26 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
32 b 18 HIS | CA-C-N | 8.12 137.06 121.54
32 b 18 HIS | C-N-CA | 8.12 137.06 121.54
46 p 46 | PRO | CA-C-N | 6.99 134.89 121.54
46 p 46 | PRO | C-N-CA | 6.99 134.89 121.54
32 b 28 LYS | N-CA-C | -6.79 105.28 113.97

There are no chirality outliers.

5 of 40 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
3 C 153 | GLN | Peptide
4 D 53 | PHE | Peptide
6 F 117 | VAL | Peptide
6 F 138 | PHE | Peptide
6 F 53 | ALA | Peptide

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 A 61997 0 31214 512 0
2 B 2392 0 1213 15 0
3 C 2083 0 2168 49 0
4 D 1569 0 1637 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
5 B 1561 0 1647 41 0
6 F 1386 0 1446 41 0
7 G 1342 0 1388 24 0
8 J 1123 0 1162 29 0
9 K 920 0 977 24 0

10 L 1081 0 1132 23 0
11 M 1076 0 1145 15 0
12 N 953 0 983 23 0
13 O 912 0 947 21 0
14 P 944 0 1020 28 0
15 Q 940 0 1005 25 0
16 R 786 0 826 21 0
17 S 842 0 899 19 0
18 T 725 0 770 17 0
19 U 762 0 821 10 0
20 W 630 0 644 12 0
21 X 444 0 487 11 0
22 Y 530 0 268 11 0
23 Z 455 0 491 12 0
24 0 426 0 441 15 0
25 1 401 0 413 18 0
26 2 367 0 410 12 0
27 3 512 0 564 16 0
28 4 296 0 342 13 0
29 6 499 0 491 13 0
30 7 60 0 32 1 0
31 a 32891 0 16559 331 0
32 b 1757 0 1830 17 0
33 c 1619 0 1658 33 0
34 d 1568 0 1604 32 0
35 e 1218 0 1300 22 0
36 f 755 0 746 17 0
37 g 1181 0 1235 28 0
38 h 1036 0 1095 17 0
39 1 966 0 1005 25 0
40 ] 761 0 795 31 0
41 k 838 0 854 19 0
42 1 1052 0 1112 35 0
43 m 868 0 925 24 0
44 n 497 0 531 23 0
45 0 710 0 735 9 0
46 p 695 0 721 15 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
47 q 691 0 728 18 0
48 r 018 0 955 6 0
49 s 633 0 649 20 0
50 t 637 0 696 17 0
o1 X 1861 0 938 18 0
52 A o8 0 65 20 0
All All 140824 0 93619 1527 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 7.

The worst 5 of 1527 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)
1:A:334:G:H1 1:A:393:U:H3 1.06 1.03
6:F:80:ARG:NH2 51:x:19:G: 06 1.89 1.03
31:a:455:G:H21 31:a:496:A:H62 1.07 0.96
31:a:964:G:N2 31:a:1236:A:H62 1.64 0.95
1:A:2087:A:H2 52:A:3001: TEL:H351 1.32 0.95

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
3 C 270/277 (98%) 253 (94%) | 17 (6%)
4 D 204/209 (98%) 194 (95%) | 10 (5%)
5 E 203/207 (98%) 187 (92%) | 16 (8%)
6 F 174/179 (97%) 158 (91%) | 16 (9%)
7 G 173/179 (97%) 153 (88%) | 20 (12%)
$roe
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
8 J 140/145 (97%) | 130 (93%) | 8 (6%) | 2 (1%) 34
9 K 120/122 (98%) | 110 (92%) | 10 (8%) 0 |
10 L 144/146 (99%) | 138 (96%) | 6 (4%) 0 |
11| M | 133/144 (92%) | 125 (94%) | 8 (6%) 0 100 | 100]
12 N 117/120 (98%) | 108 (92%) | 9 (8%) 0 |
13 0 118/120 (98%) | 107 (91%) | 11 (9%) 0 |
14 P 113/115 (98%) | 105 (93%) | 8 (7%) 0 |
15 Q 115/119 (97%) | 107 (93%) | 6 (5%) | 2 (2%) 30
16 R 99/102 (97%) 83 (84%) | 15 (15%) | 1 (1%) 12 41
17 S 107/113 (95%) | 91 (85%) | 14 (13%) | 2 (2%) 27
18| T 88/95 (93%) | 83 (94%) | 5 (6%) 0 100 [2oo] |
9| U 99/103 (96%) | 86 (37%) | 13 (13%) 0 100 | 100]
20 W 80/94 (85%) 70 (88%) | 10 (12%) 0 |
21 | X 56/62 (90%) | 46 (82%) | 10 (18%) 0 (100 | 100]
2 | v 63/66 (96%) | 61 (97%) | 2 (3%) 0 100 ] [ 100]
23 Z 56,59 (95%) 54 (96%) | 2 (4%) 0
24 0 52/59 (88%) 50 (96%) | 1(2%) | 1 (2%)
25 1 46/49 (94%) | 43 (94%) | 3 (6%) 0 100 [2oo] |
26 2 42/44 (96%) | 41 (98%) | 1 (2%) 0 (100 [ 100]
27 3 62/66 (94%) | 60 (97%) | 2 (3%) 0 100 ] [ 100]
28 4 35/37 (95%) 32 (91%) | 3 (9%) 0
29 6 61/63 (97%) 51 (84%) | 9 (15%) | 1 (2%)
32 b 216,246 (88%) | 185 (86%) | 27 (12%) | 4 (2%)
33 c 204/218 (94%) | 185 (91%) | 19 (9%) 0
34 d 193/200 (96%) | 173 (90%) | 18 (9%) | 2 (1%) 12 41
35 e 162/166 (98%) | 152 (94%) | 10 (6%) 0 100 | 100
36 f 90,95 (95%) 83 (92%) | 7 (8%) 0 100 |
37 g 147/156 (94%) | 134 (91%) | 12 (8%) | 1 (1%) 18 49
38 h 129/132 (98%) | 108 (84%) | 19 (15%) | 2 (2%) 30
39 i 123/130 (95%) | 104 (85%) | 18 (15%) | 1 (1%) 16| 47
40 j 93/102 (91%) 83 (89%) | 9 (10%) | 1(1%) | |11] 39
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
41 k 112/131 (86%) 102 (91%) | 10 (9%) 0 100 I 100
42 1 134/138 (97%) 115 (86%) | 18 (13%) | 1 (1%) 181 49
43 m 106/121 (88%) 93 (88%) | 12 (11%) | 1 (1%)

44 n 58/61 (95%) 47 (81%) | 10 (17%) | 1 (2%)
45 o 83/89 (93%) 79 (95%) 3 (4%) 1 (1%)
46 p 86,/90 (96%) 76 (88%) 7 (8%) 3 (4%)
47 q 82/87 (94%) 77 (94%) 5 (6%)

48 r 62/79 (78%) 57 (92%) 5 (8%)

49 s 76/92 (83%) 66 (87%) | 10 (13%)

50 t 81/88 (92%) 76 (94%) 3 (4%)

All All 5207/5515 (94%) | 4721 (91%) | 457 (9%)

5 of 29 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
8 J 133 HIS
15 Q 93 LYS
17 S 40 PRO
32 b 18 HIS
32 b 19 GLN

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
3 C | 220/225 (98%) | 220 (100%) 0 100] [ 100
4 D 167/170 (98%) 165 (99%) 2 (1%) 63 | 78
5 E 169/170 (99%) 167 (99%) 2 (1%) 63 | 78
6 F 151/154 (98%) 149 (99%) 2 (1%) 61 77
7 G 148/151 (98%) | 147 (99%) | 1 (1%) 76 | 82
8 J 120/123 (98%) 117 (98%) 3 (2%) 42 69

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
9 K | 101/101 (100%) | 100 (99%) | 1(1%) | 68 |79
10 | L | 110/110 (100%) | 109 (99%) | 1(1%) | 70 |80
11 | M | 109/116 (94%) | 107 (98%) | 2 (2%) | 51 73
12 | N 99/100 (99%) | 98 (99%) | 1(1%) | 68 |79
13 o) 93/93 (100%) | 93 (100%) |
14 P 100/100 (100%) | 100 (100%) |
15 | Q 96/98 (98%) | 96 (100%) [100] [100]
6 | R 83/84 (99%) | 83 (100%) [100] [ 100
17 | S 90/93 (97%) | 87 (97%)

18 | T 81/85 (95%) | 81 (100%)

9| U 85/87 (98%) | 85 (100%) 100 [ 100
20 | W 64/74 (86%) | 64 (100%) [100] [100]
21 | X A7/50 (94%) | 47 (100%) [100] [ 100
2 | Y 56/57 (98%) | 56 (100%) 100 ] [100]
23 | 7 52/53 (98%) | 52 (100%) [100] [ 100
2 | 0 48/53 (91%) | 46 (96%) | 2 (4%) | 26 58
25 1 46/47 (98%) | 46 (100%) 0 [100] [100]
26 2 39/39 (100%) | 39 (100%) 0 |
o7 | 3 54/56 (96%) | 52 (96%) | 2(4%) | 30 61
28 4 35/35 (100%) | 35 (100%) 0 100] [0
29 6 53/53 (100%) | 53 (100%) 0 [100] [100]
322 | b 189/212 (89%) | 187 (99%) | 2 (1%) | 65 |78
33 c 168/178 (94%) | 167 (99%) | 1(1%) | |78![83
34 | d 169/173 (98%) | 165 (98%) | 4 (2%) | 43 69
35 e 128/130 (98%) | 125 (98%) | 3 (2%) | 44 70
36 f 81/84 (96%) | 80 (99%) | 1(1%) | 63 |78
37 | g 125/132 (95%) | 125 (100%) 0 100] ['100
38 | h 111/112 (99%) | 110 (99%) | 1(1%) | 70 |80
39 i 08/102 (96%) | 96 (98%) | 2 (2%) | 48 72
40 i 86/92 (94%) | 85(99%) | 1(1%) | 63 |78
41 k 86/100 (86%) | 84 (98%) | 2(2%) | 44 70

Continued on next page...
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Percentiles

|

o] [100]

Cloo] [100]

o] [100]

i | i

o] [100]

o] [100]

Floo] [100]

Mol | Chain Analysed Rotameric | Outliers
42 1 114/116 (98%) | 114 (100%) 0
43 m 94/104 (90%) 94 (100%) 0
44 n 53/54 (98%) 53 (100%) 0
45 0 80/83 (96%) 80 (100%) 0
46 p 7476 (97%) 74 (100%) 0
47 q 77/80 (96%) 76 (99%) 1 (1%)
48 r 56,/64 (88%) 56 (100%) 0
49 s 70/81 (86%) 70 (100%) 0
50 t 66,/70 (94%) 66 (100%) 0
All All 4441/4620 (96%) | 4401 (99%) | 40 (1%)

5 of 40 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
34 d 172 LEU
39 i 113 ARG
35 e 36 LEU
36 f 85 ILE
41 k 25 ILE

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 74

such sidechains are listed below:

Mol | Chain | Res | Type

41 k 121 ASN

50 t 68 HIS

42 1 85 HIS

45 0 13 ASN

14 P 36 ASN

5.3.3 RNA (O

Mol | Chain Analysed Backbone Outliers | Pucker Outliers

1 A 2879/2928 (98%) 867 (30%) 89 (3%)
2 B 111/112 (99%) 40 (36%) 3 (2%)
30 7 2/3 (66%) 0 0

31 a 1532/1554 (98%) 412 (26%) 0

51 X 86,/87 (98%) 25 (29%) 0

Continued on next page...
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Mol

Chain

Analysed

Backbone Outliers

Pucker Outliers

All

All

1610,/4684 (93%)

1344 (29%)

92 (1%)

5 of 1344 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 A 7 G
1 A 8 U
1 A 10 A
1 A 13 A
1 A 18 C

5 of 92 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
1 A 1535 U
1 A 1886 G
1 A 1565 U
1 A 1784 A
1 A 2139 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)

1 ligand is 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).
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " 'RMSZ | #Z] > 2 | Counts | RMSZ | #|7| > 2
52 | TEL A 3001 - 60,62,62 | 1.35 | 6 (10%) | 78,92,92 | 1.97 | 17 (21%)

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

52 TEL A 3001 - 1/1/19/19 | 17/73/108/108 | 0/4/5/5
The worst 5 of 6 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
52 A 3001 | TEL | O5-C10 | 5.77 1.45 1.35
52 A 3001 | TEL | O9-C15 | 5.03 1.45 1.34
52 A 3001 | TEL | C40-N41 | -3.25 1.35 1.38
52 A 3001 | TEL 05-C2 | -2.75 1.43 1.47
52 A 3001 | TEL | C36-N31 | -2.28 1.34 1.37

The worst 5 of 17 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
52 A 3001 | TEL | O9-C15-C21 | 9.44 120.25 110.93
52 A 3001 | TEL | C17-C11-N6 | -5.47 104.95 113.25
52 A 3001 | TEL | N31-C37-N41 | -4.48 108.78 112.35
52 A 3001 | TEL | C36-N31-C37 | 3.93 108.64 106.71
52 A 3001 | TEL C4-09-C15 | -3.76 111.64 118.20

All (1) chirality outliers are listed below:

Mol

Chain

Res

Type

Atom

52

A

3001

TEL

C21

5 of 17 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
52 A 3001 | TEL | C15-C21-C26-029
52 A 3001 | TEL | C15-C21-C26-C30
52 A 3001 | TEL C21-C15-09-C4
52 A 3001 | TEL | 020-C15-09-C4
52 A 3001 | TEL 09-C4-C8-C14
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There are no ring outliers.

1 monomer is involved in 20 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
52 A 3001 | TEL 20 0

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

Ligand TEL A 3001
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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:
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Mol | Chain | Number of breaks
1 A 5

All chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 A 182:C 03’ 183:A P 6.67
1 A 1449:C 03’ 1450:C P 4.07
1 A 1451:U 03’ 1452:C P 3.36
1 A 1452:C 03’ 1453:A P 3.32
1 A 183:A 03’ 184:G P 3.31
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-0176. 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: 180 Y Index: 180 7 Index: 180

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: 184 Y Index: 190 7 Index: 190

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 0.03.
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

— Voxel count

Recommended contour
level 0.03

Voxel count (logl0)
=Y
1

T T T T T
—0.05 0.00 0.05 0.10 0.15
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

50000 4

40000 A
E — \olume
w 30000 - Recommended contour
g level 0.03
I=]
=

20000 -~

10000 -

D T I I

T T
—0.05 0.00 0.05 0.10 0.15
Contour level

The volume at the recommended contour level is 1164 nm?; this corresponds to an approximate
mass of 1051 kDa.

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


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

Rotationally averaged power spectrum

- —— Primary map RAPS

Reported resolution
3.10 A+

_.q_ -

Intensity (logl0)

_lﬂ -

I I
0.0 0.1 0.2 0.3 0.4
spatial frequency (A1)

*Reported resolution corresponds to spatial frequency of 0.323 At


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-0176 and PDB
model 6HA1. Per-residue inclusion information can be found in section 3 on page 14.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.03 at
50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


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

1.0

0.0
M <0.0

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

9.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0

The images above show the model with each residue coloured according to its atom inclusion. This
shows to what extent they are inside the map at the recommended contour level (0.03).


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 N
o
= 0.8 1
£
T,
E 0.6 4 —— Backbone atoms
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E atoms
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)
o level 0.03
v 0.4
=
g=
]
[}
o
E 0.2 1
0.0

T T T T T
—0.05 0.00 0.05 0.10 0.15
Contour level

At the recommended contour level, 92% of all backbone atoms, 88% of all non-hydrogen atoms,
are inside the map.


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

Page 51 wwPDB EM Validation Summary Report EMD-0176, 6HA1

9.5 Map-model fit summary (i)

The table lists the average atom inclusion at the recommended contour level (0.03) and Q-score
for the entire model and for each chain.

Chain Atom inclusion Q-score
All 0.8770 . 0.4800
0 0.8480 B 0.5250
1 0.8170 . 0.4980
2 0.8610 . 0.5440
3 0.8280  0.5380
4 0.7860 B 0.5210
6 B 0.6480 . 0.3300
7 0.9670 = 0.5420
A 0.9240 B 0.4910
B 0.9570 B 0.4680
C 0.8040  0.5220
D 0.8180  0.5140
E 0.8240 . 0.5020 10
F 0.7210 . 0.4040
G B 0.6650 . 0.3860
J 0.8100 . 0.4980
K 0.7690  0.5100
L 0.8270 i 0.5080
M 0.7940 . 0.5120
N 0.8460 B 0.5170
@) 0.7980 . 0.4590
P 0.7880 = 0.5040 = %00
Q 0.8460 . 0.4980
R 0.8120 . 0.4890
S 0.8090 = 0.5200
T 0.7830 . 0.4850
U 0.8070 B 0.4710
W 0.8310 B 0.5160
X s 0.6500 B 0.4710
Y 0.7700 . 0.4290
Z 0.8090 . 0.4840
a 0.9390 . 0.4790
b . 0.3770 I (0.3560
c e 0.6990 . 0.4430
d 0.7430 . 0.4310

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

Chain Atom inclusion Q-score
e 0.7650 = 0.4990
f 0.7380 s 0.4540
g 0.7020 . 0.4240
h 0.7670 . 0.4780
i 0.7510 . 0.4310
] 0.7180 B (0.4350
k 0.7470 m 0.4570
1 0.7480 = 0.4780
m 0.7570 . 0.4310
n 0.7520 B 0.4880
0 0.8050 . (0.4490
p 0.7570 . 0.4670
q 0.7240 B (0.4650
r 0.7430 m 0.4400
S 0.7670 . 0.4320
t 0.7520 . 0.4500
X 0.7450 . 0.4170
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