WDRLDWI

2PDB

PRDTEIN DATA BANK

wwPDB EM Validation Summary Report (i)

PDB ID
EMDB ID
Title

Authors
Deposited on
Resolution

Nov 21, 2022 - 06:26 PM JST

7D7C

EMD-30604

CryoEM structure of gpbb-dependent RNA polymerase-promoter open com-
plex

Shi, J.; Wen, A.; Jin, S.; Feng, Y.

2020-10-03

3.60 A(reported)

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

We welcome your comments at validation@mail. wwpdb.org
A user guide is available at
https:/ /www.wwpdb.org/validation/2017/EM ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

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

EMDB validation analysis : 0.0.1.dev43
MolProbity : 4.02b-467
Percentile statistics :  20191225.v01 (using entries in the PDB archive December 25th 2019)
MapQ : 1.9.9
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.31.3
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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 3.60 A.

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

Metric Percentile Ranks Value
Clashscore I . 17
Ramachandran outliers I I T 0.1%
Sidechain outliers I 0 0.4%
Worse Better

0 Percentile relative to all structures

[l Percentile relative to all EM structures

Metric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 158937 4297
Ramachandran outliers 154571 4023
Sidechain outliers 154315 3826

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 329 41% 25% . 33%
1 B 329 41% 26% 34%
2 C 1342 - 63% 34% B
3 D 1407 i 61% 33% %
4 T 59 8% 31% 61%
5 F 185 43% 31% . 26%
6 N 59 T 34% 58%
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2 Entry composition (i)

There are 8 unique types of molecules in this entry. The entry contains 26249 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the AltConf column contains the number of residues with at least one atom
in alternate conformation and the Trace column contains the number of residues modelled with at
most 2 atoms.

e Molecule 1 is a protein called DNA-directed RNA polymerase subunit alpha.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 A 219 1686 1056 298 326 6 0 0
Total C N O S
1 B 218 1681 1050 297 328 6 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 C 1316 10381 6514 1810 2014 43 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
Total C N @) S
3 D 1335 10384 6524 1851 1959 50 0 0
e Molecule 4 is a DNA chain called DNA (template strand).
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
4 T 23 467 225 75 144 23 0 0
e Molecule 5 is a protein called gp5b5.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o F 137 1128 720 189 214 5 0 0

e Molecule 6 is a DNA chain called DNA (nontemplate strand).



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
6 N 25 519 246 105 143 25 0 0

e Molecule 7 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms AltConf
7 D 1 Toltal N{g 0

e Molecule 8 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms AltConf
Total Zn
8 D 2 9 9 0
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3 Residue-property plots (i)

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

e Molecule 1: DNA-directed RNA polymerase subunit alpha

Chain A: 41% 25% . 33%

e Molecule 1: DNA-directed RNA polymerase subunit alpha

Chain B: 41% 26% 34%
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e Molecule 2: DNA-directed RNA polymerase subunit beta

WO RLDWIDE

PROTEIN DATA BANK


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

EMD-30604, TD7C

wwPDB EM Validation Summary Report

Page 6

34%

63%

Chain C

9eb

LSTd

TeL

€92A
[4°198
T92A

85CN

95¢a
SS2I

€524
0§21
Lycd
9721
i

(4248
1721

BETN
8€Th
LETT
9€TA

€€TY
2ETI

0€Td
6221

veed

PATAN

12N
€1CT

T12d
0721

pAAR

2024

0024
66Ta
8611

96TA
S6Td
Y611

261a

06Td
68TQ
88Td

98Td

¥sea
€5EN

0selL
67€d
8ves
LYEI

ovea
6EEN

Legd

veed

Teexn

scel

0zea

81€es
P1eEN
T1€0
0T€I
60€T

€0€d

TOoEX

L6TA

0623
68CA

9CSH
S¢Sl

JALEL]
915d
STSH

01sd
60SS

€671

T6%a
06%0

cLyd
¥ovd

€SVI
[4ci4 S

(47478
9EVY
TEWN
(447}
0T%1
107D
86€S
L6€T
96€d
S6EA
€6ed
88€1
¥8eT
T8EV
9.ed
69EN
89¢Y
L9EX

S9ed
¥oen

T9€8

8G€ed

9294

¥zoa
€291

0ZON

8190

STOA

1194

9091

€LSN

TLST

%93d

2954

098d

LGSY

S%84d

472t

6ESL

€€ST
CESY

i

Lesy

8¢.La

2L

0¥8s
6E8A

€€81

T€8I

6E6A

Lg6Q
9€6Y

TE6h
TE€6A
0€6Q

926D
G268
vcen
Tz6d
L1768

9168
5160

988}

788A
€881

0.8I

9981

29871

6%84

7v8d

2v8a

i

L00TH
90013
S00Td

200T1
TO0TD
00071

a2 2 2 2 4

L66M

€66d
2661
1664

8863

S864
7861

@ SO0 G000

086A

LL6V

SL61

0 11671
0 0.69

0 8961

%961

6560
8563
19631

S36b
7963
€961
z36b
TS6W
0564
6764

Lv6d

€76

¢

¢
¢
¢
¢
¢
¢
¢

S60Ta
¥60TA
€60Td

680Td

S80TW
7801Q
€80T
280TI

080TN

LL0TS

€L0TH
CTLOTN

0LOTH

090TI
650714

TSOTA
TSOTH
0S0TA
6%0TI
8¥0T1

9%0TA
S%0TD

EV0TY

6€0TD
8€0TH

9€0TI
SE0TH

TEOTH

8201

9201a

[440y's

9121d
STCTD
vﬁmﬁm
€021a

66711

L6773

meﬁH
NJmﬂm
88110
L8114
98TTA
S8T1d

€811V

1811d

8LTTH

9LTTT
SLTIN

89714

99110

T9TTT

TSTTT

[443%

8ETTA
LETTA

(44258

0TV

j429%

CITTI
TTTTD

80TTN

90774

€0TTA

660TN
86071

960TI

wera
oveTa

€EETT
CEETS

12eTd
6TETI
STET
€0ETH

L6210
96210

€6CTA
T6TTL

88210
18211
98CTL
€8CTY
28CTH
T18CTA

6.L2T4d
8.CT1

SLTTA
cLzra
69214

S9CT4d
79210

LSTTH

SGCTL
wseIA

oveTd
(44458
oveTa
LETTH
TECTA
6CCTA

[444%

DNA-directed RNA polymerase subunit beta’

e Molecule 3

5%

33%

61%

Chain D

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-30604, TD7C

wwPDB EM Validation Summary Report

Page 7

864

0 €61

08H

&> oo

SLA

-

S0TT

1021

9610

€6TQ

T61S

68TT
08TH
vL1a
€L1D
TLTd

0473
6911

9911

0971

LSTD
95TY

TSTH

147499
ev1is

6ETT

LETY

€ETY
CETT

621a

1211
9211

8TTA
L1TT

YITI

TTTL

80TV
L0771

€0TD

T0TH

664

86CH
1624

1621

882d

2821

6.L2T

S.2H
LN

0L24
69CA
8921

192V

652y

SS21
¥5cd

8%2a

00%IH

86EN1

96EV

vee1

1es1

0TSy
6TSN
8TSA

915a
STSY
HTSL

CTISk
TISK
0T8T

00ST
6671

L6%d
96¥%D
S6YN

1671

68%N

S.Lvd

€LVL
99%IH
SOvb
79%a
1974
9G¥V
[4ci8
TS7d
0S¥H
LEVA
CEVT
TEVY
O0EYH
L2%d
9THY
STy
0Zvd
L1%d
viva
€170
(4574

T0%A

5990
T99A
8594

2594
TS9H

L%9d
Y7ou
%91

6E9A
8€9S

EEV

STON
¥To1

129V
0194
S091
T09I
9691
68394

€451
CTLSL

0LS%
6951
895S
€991

9G54

o =N m wn
o O OO o
EKENNS
ERER= > *

e

93y

%91
£v3S

9€ST
SESYH
Yesa

cesd

8¢SL

£€8.L71

8.4
08,4

9LLL

0LLT
69LA
89.LN
9.7

%9.4
CTILN
8S.d
9vL1
15774

8CLS
LgLa

YL
€CLA

6T.L4
8TLS
LTLA
9T.LD
STLA
4%k
A 9kc
[491]

604

80LN
LOLI

6690

LB

T89A
78934

8.94
TLIT

0498

TL81
T.871

6980

7981

2981

0984
658d
8G8A
18871
9981

258D
08831
6781
8¥8A

Sv8y
vv8l

6E8A

9€8Y
S€81T

{4338
828D
9281
S28A
vc8d
8184
9181
€180
2180
T18d

L0871
9080

08y

T08A

66,4

LBLL
06.L

98.L1L

996/
S96S

0€6T
6260

9z6d
LO6H

€061

1064

6684
8680
L68H

$680

T680d
068L

S988A
788s
£884

7884
9.8S

S.L8N
.84

T90TA

65011
850TS
L50TS
95011

€50T1

2s0Td
1501Q

L 2 4

6%0TD
87014

9%0TI

0 H0Th

€%01D
Zv01a

0%0TI
6€0Td

00019

866d

8ETTT

9ETTD
SETTL

ammﬂq
TT11d
(019958
womﬂa
¢omﬂx
00774
86010
L60TY
960Td
S60TI
Mmmﬂh
060TI
68011
880TA
1801

& 4

T80TA
080TI
6L0TY

LLOTY
9.0Td
SL0TY
7L0TT

TLOTD

190714

> &

L

Nwmﬂ:
6 ﬁm.ﬂ a
0TCTI
woMAQ
S0CTd
momaz
oo“ﬂm
S6TTH
v611d
meﬁB
oJmﬂH
181714
98TTA
98T1d
¥811d
€8T1S
281D
08TTA
6.11d
8.L1TL
LLTTI
9LTTA
SLTT1
jZA4%"

CLITH
¢

89174
LOTTH

voT18
€9TTA

T9TTD
09TTS
6GTTI

LSTTY
9STTT

€9T1d

8Y1Td

ov1Td
SP1Td
I
€711a

6CETL
[ sgenL |
Lzetd
]
veers
|
TCETS
]
8T€TS
LTETH
9TETL
|
90€TT
S0€eTa
v0eTY
]
6621
]
€621d
]
06214
| esTIN |
88CTV
L8211
98CTH
]
€8C1S
28CTA
T8¢Td
|
€L21d
cLTTS
|
€901
| eoTH |
19211
]
98211
]
€5CTI
| eserH |
TSCTH
|
LYCTH
]
[azax:
T¥CTA
0%ZTA
[ eeeia |
8€CTh
LETTA
9€TTd
]
0€TTL
6CCTA
| sgey
LTTTH
92TTA
]

€2211

99€TH

C9ETH

09€TD

DNA (template strand)

8S€Td
LSETI

CSETI

6veTd
8YETH

SveTd
TPeTT

cvera

€EETL

0€ETYH

e Molecule 4

61%

31%

8%

Chain T

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-30604, TD7C

wwPDB EM Validation Summary Report

Page 8

o = N m
DA
OO <

< W0 O~
H OO

(4]

e Molecule 5: gp5h

26%

31%

43%

Chain F:

S.LD

0,4

89

9L
€94

198

6SN

LS4

S6S
%51

671

T9TH
0S1a

SYII
14

6€TT
8ETV
LETA

€ETA
CETH
T€TIS
0E€TA

8CTA
LTIN
9CTH
STTA

6114
81TV

STTA
1231
€174
(435}

0TTI
60TH

LOTA

SOTY
voIN

T0TV

661

e Molecule 6: DNA (nontemplate strand)

58%

34%

—
8%

Chain N:

{4
T80

L¥D
id
SYY

E€vL
[479]
WY
ovL
6ey
8¢9

TEeY
0EY

8¢l
Ley
92l
1)
ey
€29

O

R LDWIDE
PROTEIN DATA BANK

W



Page 9

wwPDB EM Validation Summary Report

EMD-30604, 7TD7C

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided
Number of particles used 7776 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) 59 Depositor
Minimum defocus (nm) Not provided
Maximum defocus (nm) Not provided
Magnification Not provided
Image detector GATAN K2 SUMMIT (4k x 4k) Depositor
Maximum map value 0.080 Depositor
Minimum map value -0.035 Depositor
Average map value 0.000 Depositor
Map value standard deviation 0.003 Depositor
Recommended contour level 0.01 Depositor
Map size (A) 334.592, 334.592, 334.592 wwPDB
Map dimensions 256, 256, 256 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.307, 1.307, 1.307 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: MG,
ZN

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 | pyar i 7155 | RMSZ | #]2] =5
1 A 0.40 0/1706 0.51 | 0/2312
1 B 0.35 0/1700 0.49 | 0/2304
2 C 0.42 | 1/10547 (0.0%) | 0.50 | 0/14232
3 D 0.38 0/10541 0.49 | 0/14232
1 T 0.67 0/519 1.08 | 0/796
5 F 0.37 0/1149 0.48 0/1546
6 N 0.71 0/584 0.90 | 0/897

Al | Al | 041 |1/26746 (0.0%) | 0.53 | 0/36319

All (1) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z [ Observed(A) | Ideal(A)

2 C 1084 | ASP C-N -5.29 1.21 1.34

There are no bond angle outliers.
There are no chirality outliers.

There are no planarity outliers.

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 1686 0 1726 58 0
1 B 1681 0 1714 66 0
2 C 10381 0 10392 356 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 D 10384 0 10608 355 0
4 T 467 0 265 14 0
5 F 1128 0 1105 59 0
6 N 519 0 281 28 0
7 D 1 0 0 0 0
8 D 2 0 0 0 0
All All 26249 0 26091 862 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 17.

The worst 5 of 862 close contacts within the same asymmetric unit are listed below, sorted by

their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
3:D:1161:GLY:HA3 3:D:1178: THR:O 1.43 1.15
3:D:556:GLU:O 3:D:563:LEU:HA 1.64 0.98
3:D:1087:ASP:HB3 | 3:D:1096:PRO:HG2 1.50 0.93
2:C:589:THR:HG23 | 2:C:591:TYR:CE2 2.07 0.90
2:C:105:TYR:HA 2:C:114:VAL:HA 1.62 0.82

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

entries.

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 215/329 (65%) | 193 (90%) | 22 (10%) 0 |
1 B 214/329 (65%) | 193 (90%) | 21 (10%) 0 |
2 C 1312/1342 (98%) | 1140 (87%) | 170 (13%) | 2 (0%) 47 179
3 D 1329/1407 (94%) | 1181 (89%) | 147 (11%) | 1 (0%) 51 183
bt F 133/185 (72%) 118 (89%) | 15 (11%) 0 100 § § 100

Continued on next page...
grDe
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Continued from previous page...
Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
All | All | 3203/3592 (89%) | 2825 (88%) | 375 (12%) | 3 (0%) 54 l

All (3) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
C 45 GLY
C 50 GLU
D 805 GLN

W N DN

5.3.2 Protein sidechains (1)

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 186/286 (65%) | 184 (99%) | 2 (1%)
1 B 186/286 (65%) | 186 (100%) 0
2 C | 1135/1157 (98%) | 1130 (100%) | 5 (0%)
3 D | 1120/1168 (96%) | 1118 (100%) | 2 (0%)
5 F 121/166 (73%) | 118 (98%) | 3 (2%) AT |75
All | Al | 2748/3063 (90%) | 2736 (100%) | 12 (0%) |

5 of 12 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
3 D 250 ARG
3 D 1345 | ARG
5 F 130 ASP
5 F 128 VAL
2 C 528 ARG

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 27
such sidechains are listed below:

Mol | Chain | Res | Type
2 C 1013 GLN

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

Mol | Chain | Res | Type
2 C 1136 GLN
3 D 805 GLN
2 C 1116 HIS
2 C 1157 |  GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

Of 3 ligands modelled in this entry, 3 are monoatomic - leaving 0 for Mogul analysis.

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


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

This section contains visualisations of the EMDB entry EMD-30604. 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: 128 Y Index: 128 7 Index: 128

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: 105 Y Index: 112 7 Index: 129

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

6.4 Orthogonal surface views (i)

6.4.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 0.01.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_views
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6.5 Mask visualisation (i)

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


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

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

7.1 Map-value distribution (i)

Map-value distribution

4 4 — Voxel count

Recommended contour
level 0.01

Voxel count (logl0)

D T T T T T T T
-0.04 -0.02 0.00 0.02 0.04 0.06 0.08
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

35000 -

30000

25000

— \olume

20000 + Recommended contour
level 0.01

volume (hm?3)

15000 4

10000

3000 4

D T T T T I ! T
-0.04 -0.02 0.00 0.02 0.04 0.06 0.08

Contour level

The volume at the recommended contour level is 325 nm?; this corresponds to an approximate
mass of 294 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
3.60 A+

Intensity (logl0)
=

0.00 005 010 015 020 025 030 035 040
Spatial frequency (4~1)

*Reported resolution corresponds to spatial frequency of 0.278 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-30604 and PDB
model 7D7C. Per-residue inclusion information can be found in section 3 on page 5.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.01 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 (0.01).

WO RLDWIDE

P

PROTEIN DATA BANK


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 T
o
= 0.8 1
£
T,
E 0.6 4 —— Backbone atoms
£ All non-hydrogen
E atoms
g Recommended contour
o level 0.01
v 0.4
=
g=
]
[}
o
E 0.2 1
0.0 4 =

T T T T T
-0.04 -0.02 0.00 0.02 0.04 0.06 0.08
Contour level

At the recommended contour level, 98% of all backbone atoms, 93% of all non-hydrogen atoms,
are inside the map.


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

The table lists the average atom inclusion at the recommended contour level (0.01) and Q-score

for the entire model and for each chain.

Chain Atom inclusion Q-score
All 0.9250 . 0.4440
A 0.9498 B 0.4870
B 0.9605 = 0.4500
C 0.9150 . 0.4550
D 0.9251 . 0.4340
F 0.9007 . 0.4080
N 0.9538 I (0.3850
T 0.9529 - 0.3930

1.0

0.0
M <0.0
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