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PDBID : 6AWD / pdb_00006awd
EMDBID : EMD-7016
Title : Structure of 30S (S1 depleted) ribosomal subunit and RNA polymerase com-
plex
Authors : Demo, G.; Rasouly, A.; Vasilyev, N.; Loveland, A.B.; Diaz-Avalos, R.; Grig-
orieff, N.; Nudler, E.; Korostelev, A.A.
Deposited on : 2017-09-05
Resolution : 8.10 A(reported)

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

We welcome your comments at validation@mail. wwpdb. org
A user guide is available at
https:/ /www.wwpdb.org/validation /2017 /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
MolProbity : 4-5-2 with Phenix2.0
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
EM percentile statistics : 202505.v01 (Using data in the EMDB archive up until May 2025)
MapQ : 1.9.13
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49


https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
http://www.wwpdb.org/validation/2017/FAQs#types
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#references
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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 8.10 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 A |
Ramachandran outliers D 4. 1%
Sidechain outliers I || D | 5%
RNA backbone NN 0.66
Worse Better
I Percentile relative to all structures
l] Percentile relative to all EM structures
Metric Model-Map Fit Percentile Ranks Value
Q-score ] N .07
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 342 ( 7.60 - 8.60 )

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 1539 = 61% 34% 5%
23%
2 01 229 48% 48% -
25%
2 02 229 51% 43% 5% -

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

Mol | Chain | Length Quality of chain
3 03 1340 = 52% 42% 5% -
31% -
4 04 1369 50% 43% 6% -
86% -
) 05 59 54% 44% .
6 E 218 i 36% 45% 17%
7 F 206 48% 48% o
8 G 205 40% 51% 8% -
9 H 157 48% 50% .
10 I 100 45% 51% o
11 J 151 42% 53% 5%
12 K 129 45% 50% 5%
13 L 127 47% 46% “6% -
14 M 98 38% 56% 5% -
15 N 116 47% 47% %
16 | O 123 | " = = -
17 P 114 45% 49% T6%
18 Q 100 41% 51% Te%
19 R 88 52% 42% T6%
20 S 82 39% 54% 7%
21 T 80 58% 40% N
22 U 65 32% 58% T
23 \Y 79 42% 54% -
24 W% 85 39% 54% “6% -
5%
25 X 65 57% 32% Y 7
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2 Entry composition (i)

There are 25 unique types of molecules in this entry. The entry contains 76452 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 16S rRNA.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N @) P
1 A 1539 33012 14725 6052 10697 1538 0 0

e Molecule 2 is a protein called DNA-directed RNA polymerase subunit alpha.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 01 227 1753 1091 311 345 6 0 0
Total C N O S
2 02 227 1757 1094 311 346 6 0 0

e Molecule 3 is a protein called DNA-directed RNA polymerase subunit beta.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
3 03 1327 10272 6441 1787 2001 43 0

e Molecule 4 is a protein called DNA-directed RNA polymerase subunit beta’.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
4 04 1345 10372 6508 1853 1962 49 0

e Molecule 5 is a protein called DNA-directed RNA polymerase subunit omega.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
g 05 59 458 283 86 &8 1 0 0

e Molecule 6 is a protein called 30S ribosomal protein S2.



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
6 2 218 1705 1081 305 312 7 0 0
e Molecule 7 is a protein called 30S ribosomal protein S3.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
7 F 206 1625 1028 305 289 3 0 0
e Molecule 8 is a protein called 30S ribosomal protein S4.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
8 G 205 1643 1026 315 208 4 0 0
e Molecule 9 is a protein called 30S ribosomal protein S5.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
) H 157 1157 719 218 214 6 0 0
e Molecule 10 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
10 I 100 818 515 148 149 6 0 0
e Molecule 11 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 J 151 1182 735 227 216 4 0 0
e Molecule 12 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
12 K 129 979 616 173 184 6 0 0

e Molecule 13 is a protein called 30S ribosomal protein S9.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
13 L 127 1022 634 206 179 3 0 0
e Molecule 14 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
14 M 8 787 493 150 143 1 0 0
e Molecule 15 is a protein called 30S ribosomal protein S11.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
15 N 16 870 535 173 159 3 0 0
e Molecule 16 is a protein called 30S ribosomal protein S12.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
16 0 123 055 500 196 165 4 0 0
e Molecule 17 is a protein called 30S ribosomal protein S13.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
17 P 114 84 546 178 157 3 0 0
e Molecule 18 is a protein called 30S ribosomal protein S14.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
18 Q 100 05 499 164 139 3 0 0
e Molecule 19 is a protein called 30S ribosomal protein S15.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
19 R a3 714 439 144 130 1 0 0

e Molecule 20 is a protein called 30S ribosomal protein S16.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
20 S 82 649 406 128 114 1 0 0
e Molecule 21 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
21 T 80 649 411 121 114 3 0 0
e Molecule 22 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
22 U 05 536 339 100 96 1 0 0
e Molecule 23 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
231V 7 638 408 120 108 2 0 0
e Molecule 24 is a protein called 30S ribosomal protein S20.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
24 w 8 665 411 137 114 3 0 0
e Molecule 25 is a protein called 30S ribosomal protein S21.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
25 X 65 545 335 117 92 1 0 0
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wwPDB EM Validation Summary Report
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:
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)

and red = 3 or more.
e Molecule 1: 16S rRNA

Page 8
Chain A:

©
0
o

s8N

> 4

i

- M
© 0 0
< O O

© o
s
<o

A 4

0
©
o

670
87D

S¥D
444

(43 4

N
g

8V

9D

LOTD

S0TD
701D

2oTd
660

S60
76D

zen
60

680

Ao 2 4

90€Y

voen
€0eV

162D
962N

262D

682D

€820

182D
082D

Loy
€Lan

6920

1920
992H

852H
LSTH

§52H
752D

SO N~ OO N0
0 W W W Ww o oMo ©
DO OOm00n M0
TR <X<BDBBS BB

gsen
TS2D

L%CD

vven
evey
[4%4]

0€TH
6zcen
8zeTy

§2To
veen

1220
6120
912N

(g1}
112D

0120
6020

v0¥d
€0%0

86€N

96€D

£6€V
26€0

68V
88€D

6.L€0
8.LED

9.L€D

[4s]o]

6vEY
8¥%€D
L%€D
9%€d
Sv€D
vvey

even

8EEY
LEED

CTEED

6CEY

Leey
9zed

£cen

TCEV

STEV
v1€0

60V

|
289D
189V

SLOV

TL9D
0,99

899D
199D

S99V

€99V
299N

9599

€59n

vV

8€9N
LE9D

i

zen
T€9D
0E9Y
629V

129D
929D

7290

2TV

0290

8190

919D

7190
€190
2190

809V
L09Y
909D
6650

S6SY
v6sn

685N
885D

1180
918V

c18d
7180

88.0

8LV

08LY
6LLD

LLLY

SLLD
YLLD

TLLD
0LLD
69.LD
89.LY

85L0
SS.LD
2S.LD
TS0
084D

Sv.LD
¥¥.L0

TvLD
T7.LD

SELD

€ELD

TELD
0€LD

vTLD
ecLn
ceLd
6TLD

9TLY
STLV

T0L0

769V

926D

Tecen
ozen
616V
816V
L169D

2160

906V
5060
7060
€06D
206D

006Y

768D
€680

9889
889D
v8sn
€880
2880
788D
088D

8.8V
118D

3

L8V
T80

198D
9980
S98V
798Y

978D
£%8n
8€8D

Lesn
9€89

i

Tesy

Lz80
928D

¥Z8d

128D
ozsn

8€0TD

€€0TD
CEOTD

0€0TN
|

SszoTn

%201
|

7001V

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

EMD-7016, 6AWD

wwPDB EM Validation Summary Report

Page 9

89110
L9TTV

€9TTV

[4°) 3%

8STTD

LSTTV

8¥11n

SYITV
2435

6ETTD
8ETTD
LETTD

0ETTY
62TTD
8CT1ID

i£43%)
€270

80TTD

90TTD

TOTTY
00TTD
660TD
86010

96010

7601D

8.L0TN

¢LOTD

69010

1901V
990TD

09010

95010

€50TD

6%01T0

(470 4

6€0TD

2921D

6SCTD
85CTD

98CTV

€5CTD
(45144 4

0SCTY

YT

6ECTY

LETTD
9€TTV

€ETTD

LTTTY

(444
12210
[44%)

9121V
S12TD

€1TTY

T1cin
[ 54%)

s0zTn
voTTV

+

96TTV

[4:2%)

88TV

98T1D

¥8T1D

28TTD

8LTTD

9LTTV
SLTTD

oo o o d

> & SO

9T 1D

(5444
60710

86ETY
LBETD

veeTv
€6€TN
C6ETD

S8ETD
¥8€1D

08€TN

LLETY
9LETN

€LETD
CLETN
TLETD
vog1n

T9ETD

639ETD

Ao o o 4

LSETV
9GETD
SSETD
vsein

LYETD

b & 4

b & 4

0€STD
62STD
82STN
pracpi
92STD

€2STD
eesTn

8TSTY

DNA-directed RNA polymerase subunit alpha

9181D
SISGTD

80STV
LOSTV
90STN
S0STD
70STD
€0STV

00STV

86710

96%1D

1452414

L8%1D
98%1D

99%1D

TSYTN

LYYV
igdad

23%

e Molecule 2

L9d
99H
991

48%
©
=

48%

@ 000 oo

S1d

€11
(45!
T1d

61

Chain 01

9eTd

€ETT

0ETI

8CTH

COPOPSO G000

TOTL
00TT

0 963
0 6D

(4N

894

671D

442"
EVTY

5%

@ OO0 O00S oo
o] I ~

43%

& 4

51%

25%

DNA-directed RNA polymerase subunit alpha

e Molecule 2
Chain 02

©
~
H

®
©
o

o0 oy
0 ©
] a

©
0
=

Ao a4 o d

%50

0zs
6TA
8Th

911

220

9vIA
SPIA
PPII
EVTY

8ETY
LETN

9€Td
SETA
YeETL
€ETT

L e 2 o 4

i

TE€TD

6CTA

€¢I

TCTA

9TTL
STTI

TT1L
OTTA

801D
L0TI

2011

0071

86A

96a

€12d

0TZL

80ZN

902d

i

0 €021

00231

8611
1610

i

S6TH

¢

1614
06TV
68TV

> oo

€8TI
2814

08TA

R LDWIDE

PROTEIN DATA BANK

e



EMD-7016, 6AWD

wwPDB EM Validation Summary Report

Page 10

TeTd

821
Lzah

et
€eer

6124

e

L121

DNA-directed RNA polymerase subunit beta

e Molecule 3

5%

42%

52%

32%

Chain 03

9GA

€64

[
o
<

o
0
=]

© N~
4 &
o >

L e I o o el &

COOPO 000 o o

©
N
—

©
N
>

COOPPPP & GO00 9909009009000 oo

o &

0Ty

a2 4

Ao o 4 4 4 & 2 2 4

0TTd
60TV

SO0TA
7011
€0TA
2011

OO0 PPP0P0P0P00O0OOOOS

96TA

0 6,23
0 8.zd

9.2b

0 §LTY

+

8924

€9CA
(4148

~
)
N
<

§SCI

OO0 O0O0OOS

8%ZH

921
Svey

gved
[47aN
15448

6ETN

LETT
9€TH

LGEN

TSET

8Y€S

9vEX
sved

1%€71

6EEN
8EEL

SEEL

€EET

62€D

0 Bzed
ez

zTel
0 12€1
0 0zea
4§/ ere1 |
0 8T€S
§f e
0 91ed

Pren

0T€T

6623

LBTA

o BE o o

S62H
¥62D

£6ey
2621

68CA

Lo 2 2 2B 2 4

L8CA

%821
€824

6171

S0vd

covy

99€1

€9€T
29eV

6G€Y

9L¥N
SLPA

PO GO GO0POO G000

[4sigc
TSPH

8¥¥1

985D

GGSA

€551

TSSH

ractcy

STSH

CTEVH

¢
¢
¢
¢

0 9291
0 5293

¥zoa
€291
CTON
1298

8190
LT9V

STOA

809Y

S09&

2093
T09d

0 0091

66SA

A o 2 2 2 4
A a2 4 2

9650

’
:
omsen ¢

763A
26594

|
0 8853

OO POOOOO o

6.L9Y

~
~
©
=

9L9V

cL9d
1,971

a2 4

6294

09.LN
65LS
89,4
LSLL

GGLY
YSLL
€841

8¥.LI

ev.Ld
TVLK
YL

YOLW

20LL

6691
869d

8€80

i

9€8T
S€8H

€e8I
CTEBH
T€81
0€8L

< <

T8N
128y

618S

1181
9181
S18S

€184

R LDWIDE

29.0

G9.LI
79.0

w_ 0

PROTEIN DATA BANK



EMD-7016, 6AWD

wwPDB EM Validation Summary Report

Page 11

0 B163

i

€064
2061
T067
006)1

9681
9681

oo o4

Q@ COPPPPPPPPPPPPO VP09 9009000090

8881

988}
G880

2881
1880

0 689

LL8A

€181
698D

S§98T1
798)

T98Y

0 938N
0 g98d

ce8y
T398L

6784
8%8d

0 S¥81

-~ o

>

0 Th8a
¢

696V

L96T

SE@EEE
900000000000 00000000000

966V

6¥64
8¥61

7v6d

zv6a
Tv6ed
ov6d

TZ6d
0zeA

¢

>

e A e .

8E0TH

9€0TI

<
2]
o
-
o~

<>

620711

S20Td

T20T1

LT0TD
91074

9TTTH
STTTL
virta
€TTTT
CIITI
TTTT0

60TTI
80TTN

S0TTS
7011d
€0TTA

TOTT1
00TTd
660TN
86011
L60TA

b

000000000i’000000000

8801Q

980Td

7801Q

080TN
6L0TI

9L0TI
SLOTA

F

0LOTH

90TV
990TI

7901a
€90TD

LS0TH

L 2 2 2 2

L 2 2 R 2 2 4

68TTD

L8174
98TTA
S8TTd

281TI

6LTTD
8LTTH

9LTTT

OLTTI

9911a

0911a

8STTH

SSTTA

CSTTD

0STTa

9vTTh
SYITI

(4491

¢
¢

0 8ETTA

TETTN

6CTTN

L2118
9C11a
SCT1D
44228

[44 35}

6TTTI

89¢Td

<>

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

LTI

o
~
3]
—
2}

e
©
]
—
o

GEETI

YeETd
€EETT

TEETH
0EETI

e Molecule 4

8TETH
L2ET1

DNA-directed RNA polymerase subunit beta’

31%

6%

43%

50%

Chain 04

<* &

TLT

694

894
190

o o

<+ w0 ©
Iagg
L o & 4 2

¢94
T9I
094
635V
890
184

L 4
l"”"
w0
(L)

6vd

< & oo
-g
=

~®
o 0
m =

Ted

< o o

sey
e
eey
[4as
Ten
0zI

6TV

e

TTd

81

e s S 22 2 2B 2 2 2R 4

.S 2 2 2

> 2

714
(07498

LETY

SETI

COOOOOOOOO

CETT
T€1d
OET

g1l
9211
SCTH

€CTd
[44]
121d

0ZT1
611S

P11
E€TTH

TT1L
0TTd
60TS
80TV
LOTT

SOTI
Y0TH

@ 0O 0O SO oo

COTH
1014

864

0 €0z
¢ zoa |

1021

0 00zh

6614

g ~
() [}
- -
A =}

e o g & & o e

6811
88T1

78TV

281V

08TH
6LT3

LL1d

w0
~
P
=

vL1aQ

69T

S9TA

09TT
6GTI

LSTD
9GTH
SGTd

7STT

@ 0O o o

oM ©
© ©
N N
n =

§STT
v9ed
€5CA
S92

i

602N

S02T

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-7016, 6AWD

wwPDB EM Validation Summary Report

Page 12

0zeEN

L1€L

STEV

€T€D

@ OO0 OoOOO

TTEd
0T€D
60EN
80€d
L0€T
90€T

<> 00000i’000000

20eY

00€b
6621

1624
96231

€624
T6TA
1621

682a

98TV

¢
0 $821
¢
¢

69CK
89271

S R 2 2 2 2 2 2 4
S
&

<&
w
@
1]
4

v6eI

S8€T

T8€I
08€d
6.Led
8LEN

i

S.Led
v.LeT

TLEA
0Lex

OiOOOOO

89€T

79€H
€9€T

65€d

9G€EL
GGEI

0 €9€s
0 zaed

TS€D

6vEX

svex
7ved

1

6EEY

S.Lvd
2548

CTLYT

£vva

¢
¢
¢
¢
¢
¢

6€7d

LEVA

SEVD

Te74

60%M
80%A

L e 2

907V

0 991
0 6€SS

i

vesa

LOSA
90SA
S0Sa
0Sb

6671

967D
S6TN

€6%d

9,54
G.SD
TLSA

CTLSL

OO0 P0P0P0P0P0PO00OOOOOS

8¥%SA

¥PST
€¥SS

04
¢
¢
¢
¢
¢
¢
¢
¢

0 6%.Ld

9vLT
S¥.LD
vLa
EVLH

o
~
©
=l

VLY

6eLb
8€LYd

veLy

€991

¢

68.L3

L8LY
98.L1
S8.a
8Ly

08,4
6LLY

8LLD

Lo R 2 2 oo o 2 2 2 2

YLLI

TLLD

69LA

i

L9.L7T

3

€924
CILN

Ao 4 4 2 4

0 zesd

e

756N

TEOTA

620TL
8C0TI

920Td

0 $2OTL

(443

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

LOTTA

00TTd
660TA
86010

b

A &

0 €60TL

i

0 160Td
06071

6,073

o

VL0071

+EZEm

TLOTM
0 TLOTD

0 0L0TD

$[Tesomr]

890T.L

<>

OO0 O0O0OOOS

06TTI
68T TI

L8114

i

0 $811d

SO0

6L1Td

vL17d
€LTTY

0LTTH
69TTL

L9TTH

€9TTA

09778

LSTTY

SGTTI

ov17d
6ETTd
8ETTT

<> >

SCTTd

0 €218

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-7016, 6AWD

wwPDB EM Validation Summary Report

Page 13

LSTTA
99211

€9CTI
CSCTH

VIR
0vCTA
6€CTa
8€TTH

9€CTd

veein
€ETTI

TeeTy
0€CTL

<l><‘><l><‘>iii<‘><l><l><l><l><‘><l>

>

60CTA

0021d

CeTTA
T611d

9ZETY

veers
E€TETY

[44>34
TCETS

0 61ET

60€TI

LOETT

e o o o & & & 4

89€1d

DNA-directed RNA polymerase subunit omega

OO0 PP0P0P0OOO o o0
iiI

| eeerd |
LS€TI
| 9gerT
SSETH
| veemd
-
S8ZTA TGETA
| 0SEIN
T8TTA
18273
ohﬂm_ Iﬁmmv
SL2T1 HETT
e e
0 zvera
0 6EETD
4 —
0 LEETA
0 €EETL
$9TTY
zEETT
[ eoem |
szt oreena |
19271
09ZTH
65210
8921y

e Molecule 5

44%

86%

54%

Chain 05

6SGI
841

9G4

¥SI
€54

19T
0osv
671

LyL

n ©
& &
x B

)
<
=

o
[}
=

+

oy

441

= o
a o
- >

oza

)
-
=

© ~
—
=

30S ribosomal protein S2

<
-
o

©
=

N
=

OO COPPPPPPPPG 00 VP00 & 9909909999909 999999990 9999999999299

e Molecule 6

17%

45%

36%

Chain E

891
191

S9D
7ox
€94

633

L8971
9G4

o oMM
] 0 0
= < 4

L¥A
9L

(474

0
0
I>.

9EN

i
L

ced

0ed

8Ty

=3 o
[} )
IL‘-‘I>

[se}
]
=

o
N
-HI

™
-
o

01T
6N

Sv1d

1711

8ETL

9ETN

ZETH

0€TL
6211

SCTL
[441]

0ZTh

L1771
911a

P11
ETTY

TITI

80Ty
LOTA

7ot
€0TN

S6Yd

€6N

880

£8Y

T8
08A
6LV

LY
SLV

CTLL

0LA

6L11

cLIY

6974
89TH

99TV
S91Q

€9TA

1911
09TV

8G1d
LSTT

PSTH

3

e Molecule 7

0STH

8¥1T

L

pqacs

144N

L12A

308 ribosomal protein S3

48%

48%

Chain F

SSA

Sea

£ea

TEN

ol
STl
44\

(4
Tzn
ozl

=3
—
©n

8IN
LIM

STH
vIA
€11

11

o
N + © 0 O
o = A O H

06A

184
981
S84

184

9021
€02x
2ocd
1021
86TH
88TV

78IN

30S ribosomal protein S4

e Molecule 8

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-7016, 6AWD

wwPDB EM Validation Summary Report

Page 14

8%

51%

40%

o~ il oo -
= i N N
Ane A (SR

Chain G

99A

2228

[4°L:!

©
<
IB:

<
0
5]

o
¥
X

-
®
(5]

o2}
N
=

- m
<ﬂ-’.>~3

964

oM
[N )
= |

o
o)
=)

©
©
(&

26TV

1874

Y81

z8TA
1814

8L1d
LLTH

*

0LTT
69TM
89TL

991X

308 ribosomal prote

v91d

in SH

e Molecule 9

50%

48%

Chain H

06D
681

L8A
€8d
¢8H
180

6LL

LIN

S.1

OLW

894
194

794
E9W

o

[4s)xcs

6STS

EVTT

0TI
6ETL

30S ribosomal protein S6

e Molecule 10

51%

45%

Chain [

2N

7oA

SSH

2SN

Ly
El%]
kil
it

€63

06K
68A

984
S8I
v8A
€8V

T8N

8.4
LLL

308 ribosomal protein S7

e Molecule 11

—
5%

~
©
=

53%

42%

Chain J

VLA

TLL

694

89A

S91

o9y
654

)
re)
)

988

rm
v
=

oSV
671
8L
Lvd

SYY

E€VA
{47\
15728

8ey
LeL

zea
TEA

0O~ 0O
NN NN @
L= Aa=

®
3]
<

[44]

(o4ck

9T

3

211

[0)5:1

-
I$ §I8 5

—
A

6CIN

3

¥c1s
€211
[44X%

0CTY

8TTH
LTTT
9TTY

118
€111

308 ribosomal protein S8

111D

e Molecule 12

—
5%

© @ oo
o Qo
HEAa <

50%

= |
2733
= a e

RLDWIDE

45%

Chain K

~ENe o
~ ©
- O A

)
N~
o

©
re)
o,

35
H |

0N o M
2] el 3:
=] e F

STN
2%

0O
PROTEIN DATA BANK

erpBe

W



EMD-7016, 6AWD

wwPDB EM Validation Summary Report

Page 15

8CTTA
LCTX
9210

j442%

(445

30S ribosomal protein S9

e Molecule 13

6%

46%

47%

~
]
=]

Chain L

3

9D
SLY
.0

LS

04D

0
©
O

©
©
I>I

791

291

091

894

~
0
=

3
P

[
]
o

8€d

9ed

e

621

0zZI

8TA
114
9TV

718

TTe
oTd

LD

6274

€2Td
[44x:

0TV

8114
LITT

4958
ETTH
[qa%

90Ta
SOTH

€0TA
20T

3

L1671
964

308 ribosomal protein S10

e Molecule 14

5%

56%

38%

Chain M

994
S9&

LSA
9SH
S§Sd
Ss
€SI
2s1

6%d
8%d
Lya
i

0vI

2011

00TI

L6d
96A

6y
261
T6a
0671
684
88N
1871

€81

T8
08l

308 ribosomal protein S11

e Molecule 15

7%

47%

47%

Chain N

sou
[ owss
£90

[4st!
|
6¥s
|

vV

30S ribosomal protein S12

e Molecule 16

€L1

TLH
0Ld
694

19D

b |
.

S9&
79s

¢

© N M
0 ©0 ©
I=f>H

991

7SA
€94

50%

TSA

674
8¥%1

vvd
5200
(4721

oL

SEY

€€0

6cd
820

46%

o <
[
I'—”“.

T2d

6TN

.
5
le

STA

oL 63
84
LA

S0

L

Chain O

+

OTTY

801

90TA

7018
€010

00TV

©
©
=

- M 0
0 0 0 Q
Hx S ~

[l
~
an

ek

308 ribosomal protein S13

e Molecule 17

6%

49%

45%

Chain P

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-7016, 6AWD

wwPDB EM Validation Summary Report

Page 16

L

60T

3

SOTV

[405)
T0TL

Ll

8%

51%

o < ©O N~ N
< <+ < g
< > oA

41%

e Molecule 18: 30S ribosomal protein S14

Chain Q:

€58a

©
o0
2]

<
f2)
=

o
52}
[=]

0€I

o g W ~
o NN N
o< £

I:$$'§§'§§§
e Molecule 19: 30S ribosomal protein S15

0
=

00TM

3

9634
S67
76D
261

18Y

{428

cLd

6%

42%

52%

Chain R:

-

CEL

0€1

8CA

9CA

[443)

0za

8TV

(4%
TTA
0TI

LL

7%

40%

54%

58%

39%

e Molecule 20: 30S ribosomal protein S16
e Molecule 21: 30S ribosomal protein S17

Chain S:
Chain T:

€90

194

0SN

8vd
L%a

9%

58%

32%

e Molecule 22: 30S ribosomal protein S18

Chain U:

oY

651

194
98y
SS91
750

TSA

9%d

472"

s
Tvd
07A

8eN
18D
9€s
sed

CER

0€ex
621
82L

921

€Ch

0cd

8TA

STV
V1L

(4%

R LDWIDE

O
PROTEIN DATA BANK

W

erbDeBe

e Molecule 23: 30S ribosomal protein S19



EMD-7016, 6AWD

54%

wwPDB EM Validation Summary Report

42%

Page 17
Chain V:

9LL

794

6% -

54%

39%

e Molecule 24: 308 ribosomal protein S20

)
~
-

Chain W:

TLY

69N

991

S9T

€93

ToV
09b

84d
LSA
9GI
99d
sb
€SN

0S4

32% 8%

L2 4

57%

< v o o) N~ O O = o
a8 oo ooy
[ — By >l A

©
©
<

5%

Chain X: -

e Molecule 25: 30S ribosomal protein S21

€GA

3

id
Lvd

S
=

€vL

azcs

oz
614

L14

€1d
(4%

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



Page 18

wwPDB EM Validation Summary Report

EMD-7016, 6AWD

4 Experimental information (i)

Property Value Source

EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C1 Depositor
Number of particles used 21123 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor

CORRECTION

Microscope FEI TALOS ARCTICA Depositor
Voltage (kV) 200 Depositor
Electron dose (e~ /Az) 40.0 Depositor
Minimum defocus (nm) 800 Depositor
Maximum defocus (nm) 3000 Depositor
Magnification 22000 Depositor
Image detector GATAN K2 SUMMIT (4k x 4k) Depositor
Maximum map value 13.228 Depositor
Minimum map value -3.576 Depositor
Average map value -0.054 Depositor
Map value standard deviation 0.680 Depositor
Recommended contour level 2 Depositor
Map size (A) 528.64, 528.64, 528.64 wwPDB

Map dimensions 280, 280, 280 wwPDB

Map angles (°) 90.0, 90.0, 90.0 wwPDB

Pixel spacing (A) 1.888, 1.888, 1.888 Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

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

. Bond lengths Bond angles
Mol | Chain | pyie71 171 <5 | RMSZ #|Z| >5
1 A 0.40 | 0/36963 | 0.49 2/57662 (0.0%)
2 01 0.31 0/1774 0.98 7/2405 (0.3%)
2 02 0.31 0/1779 0.95 7/2411 (0.3%)
3 03 0.34 | 0/10433 | 1.05 71/14101 (0.5%)
4 04 0.35 | 0/10528 | 1.06 96,/14224 (0.7%)
5 05 0.31 0/460 0.95 2/620 (0.3%)
6 E 0.43 0/1736 1.36 35/2338 (1.5%)
7 F 0.28 0/1652 1.03 13/2225 (0.6%)
8 G 0.30 0/1665 1.09 18,2227 (0.8%)
9 H 0.31 0/1170 0.94 4/1573 (0.3%)
10 I 0.31 0/836 1.01 5/1128 (0.4%)
11 J 0.31 0/1196 1.04 11/1602 (0.7%)
12 K 0.34 0/989 1.06 6/1326 (0.5%)
13 L 0.30 0/1034 0.96 5/1375 (0.4%)
14 M 0.34 0/797 1.10 5/1077 (0.5%)
15 N 0.35 0/886 1.18 11/1195 (0.9%)
16 O 0.33 0/969 1.12 13/1300 (1.0%)
17 P 0.33 0/893 1.13 9/1193 (0.8%)
18 Q 0.34 0/817 1.10 6/1088 (0.6%)
19 R 0.29 0/722 1.07 8/964 (0.8%)
20 S 0.38 0/659 1.01 5/884 (0.6%)
21 T 0.37 0/658 1.07 3/881 (0.3%)
22 U 0.31 0/545 1.19 11/731 (1.5%)
23 \Y 0.33 0/653 1.01 2/877 (0.2%)
24 W 0.34 0/671 1.24 11/888 (1.2%)
25 X 0.42 0/551 1.10 3/728 (0.4%)
All All 0.37 | 0/81036 | 0.83 | 369/117023 (0.3%)

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.
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Mol

Chain

#Chirality outliers

#Planarity outliers

A

0

3

There are no bond length outliers.

The worst 5 of 369 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
6 E 26 LYS | N-CA-C | -21.74 87.66 111.36
2 01 81 ILE | N-CA-C | -10.79 99.24 111.00
6 E 197 | ASP | N-CA-C | -10.21 100.35 113.12
4 04 768 | ASN | N-CA-C | 10.16 124.56 110.24
3 03 209 | ILE | N-CA-C | -10.05 103.76 111.90

There are no chirality outliers.

All (3) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 25 C Sidechain
1 A 872 A Sidechain
1 A 9 G Sidechain

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
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 33012 0 16618 424 0
2 01 1753 0 1780 109 0
2 02 1757 0 1778 101 0
3 03 10272 0 10138 239 0
4 04 10372 0 10512 283 0
by 05 458 0 476 24 0
6 E 1705 0 1732 190 0
7 F 1625 0 1699 80 0
8 G 1643 0 1710 120 0
9 H 1157 0 1199 74 0

10 I 818 0 808 93 0
11 J 1182 0 1240 76 0
12 K 979 0 1034 66 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
13 L 1022 0 1070 65 0
14 M 787 0 828 58 0
15 N 870 0 878 47 0
16 O 955 0 1019 46 0
17 P 884 0 944 61 0
18 Q 805 0 847 63 0
19 R 714 0 737 32 0
20 S 649 0 666 42 0
21 T 649 0 691 27 0
22 U 536 0 952 34 0
23 \Y 638 0 665 50 0
24 W 665 0 714 93 0
25 X 545 0 279 27 0

All All 76452 0 60914 2853 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 21.

The worst 5 of 2853 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)
6:E:26:LYS:O 6:E:29:PRO:HD2 1.44 1.17
6:E:196:VAL:HG21 | 6:E:199:VAL:HG13 1.32 1.11
4:04:19:ALA:HB1 | 4:04:1343:GLU:HB3 1.27 1.08
6:E:11:LYS:O 6:E:13:GLY:N 1.88 1.07
4:04:639:VAL:HG12 4:04:640:GLY:H 1.20 1.04

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.
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles

2 01 225/229 (98%) 193 (86%) | 24 (11%) 8 (4%)
2 02 225/229 (98%) 179 (80%) | 35 (16%) | 11 (5%)
3 03 1323/1340 (99%) | 1036 (78%) | 233 (18%) | 54 (4%)
4 04 1339/1369 (98%) | 1099 (82%) | 206 (15%) | 34 (2%)
5 05 57/59 (97%) 48 (84%) 9 (16%) 0

6 E 216/218 (99%) 156 (72%) | 37 (17%) | 23 (11%)
7 F 204 /206 (99%) 180 (88%) | 22 (11%) 2 (1%)
8 G 203/205 (99%) 151 (74%) | 42 (21%) | 10 (5%)
9 H 155/157 (99%) 120 (77%) | 30 (19%) 5 (3%)
10 | 98/100 (98%) 78 (80%) 18 (18%) 2 (2%)
11 J 149/151 (99%) 118 (79%) | 26 (17%) 5 (3%)
12 K 127/129 (98%) 105 (83%) | 17 (13%) 5 (4%)
13 L 125/127 (98%) 101 (81%) | 18 (14%) 6 (5%)
14 M 96,/98 (98%) 82 (85%) 10 (10%) 4 (4%)
15 N 114/116 (98%) 92 (81%) 16 (14%) 6 (5%)
16 O 121/123 (98%) 88 (73%) 23 (19%) | 10 (8%)
17 P 112/114 (98%) 90 (80%) 17 (15%) 5 (4%)
18 Q 98/100 (98%) 66 (67%) 24 (24%) 8 (8%)
19 R 86,/88 (98%) 72 (84%) 12 (14%) 2 (2%)
20 S 80/82 (98%) 58 (72%) 16 (20%) 6 (8%)
21 T 78/80 (98%) 61 (78%) 10 (13%) 7 (9%)
22 U 63/65 (97%) 46 (73%) 13 (21%) 4 (6%)
23 \Y 77/79 (98%) 60 (78%) 15 (20%) 2 (3%)
24 W 83/85 (98%) 69 (83%) 13 (16%) 1 (1%)
25 X 63/65 (97%) 45 (71%) 10 (16%) | 8 (13%)
All All 5517/5614 (98%) | 4393 (80%) | 896 (16%) | 228 (4%)

5 of 228 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 01 161 SER
2 01 168 ILE
2 02 138 ALA
2 02 168 ILE

Continued on next page...
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Mol

Chain

Res

Type

3

03

596 ASP

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
2 01 194/197 (98%) | 192 (99%) | 2 (1%) 68 | 78
2 02 194/197 (98%) | 193 (100%) | 1 (0%) 81183
3 03 | 1098/1155 (95%) | 1084 (99%) | 14 (1%) 61 74
4 04 | 1103/1141 (97%) | 1093 (99%) | 10 (1%) 70 |79
5 05 49/49 (100%) | 49 (100%) 0 100 | | 100
6 E 180/180 (100%) | 171 (95%) | 9 (5%) 22 43
7 F 170/170 (100%) | 168 (99%) | 2 (1%) 63 |75
8 G 172/172 (100%) | 167 (97%) | 5 (3%) 37 58
9 H | 119/119 (100%) | 119 (100%) 0 100] [ 200
10 I 87/87 (100%) 86 (99%) 1 (1%) 65 | 76
11 J 124/124 (100%) | 123 (99%) | 1 (1%) 73180
12 K 104/104 (100%) | 104 (100%) 0 100 | | 100
13 L 105/105 (100%) | 104 (99%) | 1 (1%) 68 | 78
14 M 86/86 (100%) | 86 (100%) 0
15 N 89/89 (100%) 85 (96%) | 4 (4%) 24 46
16 o) 103/103 (100%) | 99 (96%) | 4 (4%) 28 49
17 P 92/92 (100%) 91 (99%) 1 (1%) 65 | 76
18 Q 83/83 (100%) 81 (98%) | 2 (2%) 43 64
19 R 7676 (100%) 75 (99%) 1 (1%) 61 74
20 S 65/65 (100%) 63 (97%) | 2 (3%) 35 56
21 T 74/74 (100%) | 74 (100%) 0 100 | 100
22 U 56/56 (100%) 55 (98%) 1 (2%) 51 68
23 V 70/70 (100%) | 70 (100%) 0 100 | | 100

Continued on next page...
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Continued from previous page...
Mol | Chain Analysed Rotameric | Outliers | Percentiles

24 | W 65/65 (100%) | 62 (95%) | 3 (5%) 24 45
25 X 55/55 (100%) | 52 (94%) | 3 (6%) 19 41
All | All | 4613/4714 (98%) | 4546 (98%) | 67 (2%) | 55 72

5 of 67 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
19 R 9 LYS
20 S 67 ILE
25 X 35 ARG

4 04 1041 ILE
4 04 955 LYS

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 123
such sidechains are listed below:

Mol | Chain | Res | Type
6 E 36 ASN
21 T 50 ASN
8 G 40 HIS
21 T 30 HIS
24 W 60 GLN

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 A 1538/1539 (99%) 182 (11%) 3 (0%)

5 of 182 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 A 6 G
1 A 9 G
1 A 22 G
1 A 31 G
1 A 32 A

All (3) RNA pucker outliers are listed below:
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Mol | Chain | Res | Type
1 A 69 G
1 A 343 U
1 A 1399 C

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)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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https://www.wwpdb.org/validation/2017/EMValidationReportHelp#polymer_linkage
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-7016. 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

X Y Z

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

6.2 Central slices (i)

6.2.1 Primary map

X Index: 140 Y Index: 140 7 Index: 140

WO RLDWIDE

sie

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: 148 Y Index: 147 Z Index: 147

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

.

Y Z

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.

(3)
‘c
U-
L


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

Page 28 wwPDB EM Validation Summary Report EMD-7016, 6AWD

6.5 Orthogonal surface views (i)

6.5.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 2.0.
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
4 -

Recommended contour
level 2

Voxel count (logl0)

T T T
—-2.5 0.0 2.5 5.0 1.5 10.0 12.5
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
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120000 ~
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60000

Vvolume (nm?3)

40000 ~

20000 +

T T T ]
2.5 0.0 2.5 5.0 7.5 10.0 12.5
Contour level

The volume at the recommended contour level is 1882 nm?; this corresponds to an approximate
mass of 1700 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
8.10 A+

Intensity (logl0)

0.00 0.05 0.10 0.15 0.20 0.25
Spatial frequency (4~1)

*Reported resolution corresponds to spatial frequency of 0.123 A1


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

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


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

This section contains information regarding the fit between EMDB map EMD-7016 and PDB
model 6AWD. Per-residue inclusion information can be found in section 3 on page 8.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 2.0 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 (2).


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

Atom inclusion

1.0
o
= 0.8
w
=
!
v
- —_—
5 0.6 4 Backbone atoms
£ All non-hydrogen
E atoms
=] Recommended contour
]
o level 2
v 0.4
=
2
!
[}
o
E 0.2 1

0.0 . T

T T T T T
—2.5 0.0 2.5 5.0 7.5 10.0 12.5
Contour level

At the recommended contour level, 85% of all backbone atoms, 87% of all non-hydrogen atoms,
are inside the map.


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

The table lists the average atom inclusion at the recommended contour level (2) and Q-score for
the entire model and for each chain.

Chain Atom inclusion Q-score

All 0.8680 . 0.0700

01 0.7340 . 0.0450

02 0.6820 . 0.0520

03  0.6420 . 0.0520

04 w 0.6410 . 0.0530

05 . 0.1430 I 0.0260

A 0.9640 I 0.0820

E 0.9680 I 0.0910 .
F 0.9960 . 0.0960

G 0.9960 . 0.0570

H 0.9980 . 0.0960

I 0.9950 . 0.0990

J 0.9920 I 0.0570

K 0.9990 I 0.0910

L 0.9980 . 0.0490

M 0.9990 . 0.0710

N 0.9990 . 0.0750 00
o) 0.9760 . 0.0720 o
P 0.9930 I 0.0620

Q 1.0000 . 0.0320

R 1.0000 I 0.0850

S 0.9920 . 0.0700

T 0.9970 . 0.0910

U 1.0000 . 0.0750

\Y 0.9940 . 0.0430

W 0.9860 I 0.0690

X 0.9420 . 0.0230
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