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Title : Cryo-EM structure of human KATP bound to ATP and ADP in quatrefoil
form
Authors : Lee, K.P.K.; Chen, J.; MacKinnon, R.
Deposited on : 2018-01-10
Resolution : 3.90 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.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
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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 3.90 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
Clashscore I
Ramachandran outliers NN

Sidechain outliers NN

Worse

Percentile Ranks

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Metric
Q-score N

Worse

Model-Map Fit Percentile Ranks

I 1

I Percentile relative to all EM structures

I Percentile relative to EM structures of similar resolution

Value
- (5
0
| 0.3%
Better
Value
D 0.379

Better

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 -
Q-score - 25397 8855 ( 3.40 - 4.40 )

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 406 — 50% 30% Tow
1 B 406 — 49% 32% low
1 C 406 —_— 50% 31% T T
1 D 406 —_— 49% 32% 19%
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Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
T8%
2 E 1581 — 56% 25% e
21%
I — —
2 F 1581 56% 25% 18%
21%
I — ——
2 G 1581 55% 26% 18%
22%
I —— ——
2 H 1581 56% 25% 18%
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2 Entry composition (i)

There are 6 unique types of molecules in this entry. The entry contains 49055 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 ATP-sensitive inward rectifier potassium channel 11.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 A 328 2501 1616 427 441 17 0 0

Total C N O S
1 C 328 2501 1616 427 441 17 0 0

Total C N O S
1 B 328 2501 1616 427 441 17 0 0

Total C N O S
1 D 328 2501 1616 427 441 17 0 0

There are 64 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A -5 SER - expression tag | UNP Q14654
A -4 ALA - expression tag | UNP Q14654
A -3 SER - expression tag | UNP Q14654
A -2 ALA - expression tag | UNP Q14654
A -1 SER - expression tag | UNP Q14654
A 0 ALA - expression tag | UNP Q14654
A 391 SER - expression tag | UNP Q14654
A 392 ASN - expression tag | UNP Q14654
A 393 SER - expression tag | UNP Q14654
A 394 LEU - expression tag | UNP Q14654
A 395 GLU - expression tag | UNP Q14654
A 396 VAL - expression tag | UNP Q14654
A 397 LEU - expression tag | UNP Q14654
A 398 PHE - expression tag | UNP Q14654
A 399 GLN - expression tag | UNP Q14654
A 400 GLY - expression tag | UNP Q14654
C -5 SER - expression tag | UNP Q14654
C -4 ALA - expression tag | UNP Q14654
C -3 SER - expression tag | UNP Q14654
C -2 ALA - expression tag | UNP Q14654
C -1 SER - expression tag | UNP Q14654
C 0 ALA - expression tag | UNP Q14654

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

Chain | Residue | Modelled | Actual | Comment Reference
C 391 SER - expression tag | UNP Q14654
C 392 ASN - expression tag | UNP Q14654
C 393 SER - expression tag | UNP Q14654
C 394 LEU - expression tag | UNP Q14654
C 395 GLU - expression tag | UNP Q14654
C 396 VAL - expression tag | UNP Q14654
C 397 LEU - expression tag | UNP Q14654
C 398 PHE - expression tag | UNP Q14654
C 399 GLN - expression tag | UNP Q14654
C 400 GLY - expression tag | UNP Q14654
B -5 SER - expression tag | UNP Q14654
B -4 ALA - expression tag | UNP Q14654
B -3 SER - expression tag | UNP Q14654
B -2 ALA - expression tag | UNP Q14654
B -1 SER - expression tag | UNP Q14654
B 0 ALA - expression tag | UNP Q14654
B 391 SER - expression tag | UNP Q14654
B 392 ASN - expression tag | UNP Q14654
B 393 SER - expression tag | UNP Q14654
B 394 LEU - expression tag | UNP Q14654
B 395 GLU - expression tag | UNP Q14654
B 396 VAL - expression tag | UNP Q14654
B 397 LEU - expression tag | UNP Q14654
B 398 PHE - expression tag | UNP Q14654
B 399 GLN - expression tag | UNP Q14654
B 400 GLY - expression tag | UNP Q14654
D -5 SER - expression tag | UNP Q14654
D -4 ALA - expression tag | UNP Q14654
D -3 SER - expression tag | UNP Q14654
D -2 ALA - expression tag | UNP Q14654
D -1 SER - expression tag | UNP Q14654
D 0 ALA - expression tag | UNP Q14654
D 391 SER - expression tag | UNP Q14654
D 392 ASN - expression tag | UNP Q14654
D 393 SER - expression tag | UNP Q14654
D 394 LEU - expression tag | UNP Q14654
D 395 GLU - expression tag | UNP Q14654
D 396 VAL - expression tag | UNP Q14654
D 397 LEU - expression tag | UNP Q14654
D 398 PHE - expression tag | UNP Q14654
D 399 GLN - expression tag | UNP Q14654
D 400 GLY - expression tag | UNP Q14654
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e Molecule 2 is a protein called ATP-binding cassette sub-family C member 8.

Mol | Chain | Residues Atoms AltConf | Trace
2 B 1290 ggt;ll 63%7 1(13\;6 1(%7 581 0 0
2 H 1290 gg;all 6?3)7 1(15\;6 1(%7 581 0 0
2 G 1290 ’gg;all 63CO7 1(13\;6 1(?87 581 0 0
2 s 1290 ’ggt%l 63CO7 1(13\;6 1(?87 581 0 0

e Molecule 3 is ADENOSINE-5-TRIPHOSPHATE (CCD ID: ATP) (formula: C1oHsN5015P5).

ATP
NH:
N ;:;’~l:"-\.\. N \\
: \ OH
o, .
( o
.. .O'
"HO._'-P
(SR
e
’ F~on
HO _.P o
o2
Mol | Chain | Residues Atoms S
Total C N O P
3 A 1 olal 0RO T -
Total C N O P
3 C 1 olal OO 5
Total C N O P
3 B 1 olal OO -
Total C N O P
3 D 1 olal 0O -
Total C N O P
3 E 1 olal O -
Total C N O P
: ; : 31 10 5 13 3 0
Total C N O P
3 G 1 ol CONO T 5

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
Total C N O P
3 K 1 31 10 5 13 3 0

e Molecule 4 is POTASSIUM ION (CCD ID: K) (formula: K).

Mol | Chain | Residues Atoms AltConf
Total K
4 A 3 3 3 0

e Molecule 5 is ADENOSINE-5-DIPHOSPHATE (CCD ID: ADP) (formula: ClgH15N5010P2).

ADP

OH

yoell R OH
- Oaa
=H -
0 B OHL
Mol | Chain | Residues Atoms AltConf
Total C N O P
g b 1 27 10 5 10 2 0
Total C N O P
g H I 27 10 5 10 2 0
Total C N O P
g G 1 27 10 5 10 2 0
Total C N O P
g F I 27 10 5 10 2 0

e Molecule 6 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms AltConf
Total Mg
6 E 2 9 9 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
6 H 2 TOQtal l\gg 0
6 a 2 TO;"’“ l\gg 0
6 F 2 TO;“’“ l\gg 0

EMD-7338, 6C30
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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: ATP-sensitive inward rectifier potassium channel 11
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e Molecule 1: ATP-sensitive inward rectifier potassium channel 11

14%

. _ I
Chain C: 50% 31% 19%
DS - POVTTVITTTTS
_Nlﬂmwlwrm-o-hl ;
o0 Mmoo oM < wn wn ©
~ [-- - £ << ~ o =
o & o POTTTRS
o - [+) o w0 N M © w0 o O mn O [+*] o 0 O —
l%l% 5 R gy mp Slﬁ-s-% 8'3833-3 8-2-::‘:-‘: ‘:-a’lssa-z’ 9'2-3-3 2'2
= o= oA = [ZP =) 12} o < = - H < o< 23] ©wn H o = = o> e o ox = o =H <<

WO RLDWIDE

er

PROTEIN DATA BANK


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

EMD-7338, 6C30

wwPDB EM Validation Summary Report

Page 10

agzh 9L
oL
e e o ew mH 054 asii
€e2T L) 1€2h [ | ¢ |
Czeea @ seEC ¢ i Cosan g1 . S
182A ¢ e ¢ 9vTI 6zed vIey 4 | gaIn
- oseh | ¢ ] | £Ted ¢ Zanh
mmwm sted ¢ ov1a mmmm Leren ¢ |
et | esTL TTEM 9%TI
szes £T€D ¢ 8ETA ozeA 0T€1 ¢ [ |
1 Ceen ¢ LETH - eren | e0eT ¢ 8eTA
02ZA TIEn ¢ 9gTH e 80€d ¢ LETH
Ia 01T mmG \.muz nmmd . ¢ 98TH
81z | 60sT N X SeTD
2121 80ed W ¢ = OETL k YOEA 9 “ = ]
L0€a 6ZTA £0€S 0gTL
¢ — [ ] — | 8zTh 6021 | goeL — [ | 6TTA
1121 Y0EA — Eidd Va7 | T0€¥ — FAl 8210
[ oter £0€S o) f 9e1a ol " ooev | o) Z47 9
- T = 0 [} mmmq mmuc = 0 wmﬁm
T0€d 8eNl €214
N 2 i G o o3 3 s s
662 = [} 0021 | sez = zzrT
90zu 9en 9eA
e - o o STTH 66T ¥62L o aed -
N 9621 = S PITT wﬂS | 6oL g S STTH
e 5 g mew s ¢ ¢ o= 208 e i
10T Zect §) o ¢ e i ¢ roen ¢ R M /
8014
0021 OI % N omg ¢ %
66TH ¢ oo + \ 9821 ¢ =
A — = ¢ 2614 aotn o
9611 omS N o ¢ 4 “ o
W r
ﬂ 9821 ¢ mu. ¢ [ | ¢ ¢ mu.
38ZA = ¢ 18TV ¢ suH =
| €6TH ¢ =i ¢ =i
z6T4d + ’ 98TH I +
e ¢ ¢ Q 101V Csemi 9.z8 ¢ Q
T 8 0011 781s I B 8 oy
omz ¢ ¢ [ | ¢ 7w 0071
ey e = o omim s = i
9.TH ¢ = 6V 08TL ¢ ¢ < 964
98TH =754 O ¢ £ eo1 zied 8ved £ 6y
I jZxd ‘ TLTY 1veyd
7818 ¢ d 261 = €61
¢ s R= | Tem Lot 9%EY = e
r zied ) o6M 2o Gt S ) CoTem
¢ 1.2y ¢ ol > X 68Y 04 ci2t TvED) > X o6
D ot aved PR 1 ¢ 1 1 PR 63y
0 e 1v€d = ) 0 €92V 6EEN = 1
¢ 8924 SIiE =t [ | | SEE =t 180
¢ 652 [ sger |
1174 [ | SveL L 8.8 L |
eozV vED f ] 0 8STA 9e€el f 2i8
¢ ¢ [ | ¥ o [ | ggEN A, i
¢ 01 6eEA = v oUT osed veen = i
¢ ey < e 1 x e < = |
¢ 652H | lgeT X o 1911 ¥yeA eeed N o
89z 9gel ..oq i | 42D Te€S oo i
¢ [ | Sgen — o 5971 zven 0gER — o
veh ¢ e < goM €971 ¢ (2434 < 8oM
0LTA £7CD eeed = .. ’ 295 Z9TI | szen = .. ’ L9Y
L & o g e = -
TE€S 8gTT
i N - < = s o : = < = ¢
7911 6£2d 6280 M < 1273 83TI sezh VTED M < 1273
¢ eom poisns gzen | < 0. [} ETH | seea = 0.
2911 [ | 1z€S ) @) $ST1 €€T1 ¢ ceex ) O

R LDWIDE

O
PROTEIN DATA BANK

W



EMD-7338, 6C30

wwPDB EM Validation Summary Report

Page 11

62T

praacs

§ees

0TTA

812h
LTTH

L

1121

602

902y
$S02T

TozH
00271
66TH

0 9611
¢

26TY
06TV

18TV
98TH

¥81s

08TL

h

LLTY

oo d

0LTX
1971

Y911

0 €9TH
2911
19TV

6STI

0 zeed
|

g1ed
v1ed
€1ed

TTEM
0T€T

80€d
L0EQ

v0€X
€0€S

10

6620

9621

i

7621

0 z6Td
T6ZA
062/

98¢CI
S8TA

3

L L S . e aa

0 8LTH

9LTH

0 v.2a
0 €128

cLzd
TLCY

6920
89CA

0 €92V

6SCH
8SCA

vven
€%2H
{4448

¢

6€Td
8€CI

sezh
VECH

TE€TA

ATP-binding cassette sub-family C member 8

e Molecule 2

——
18%

25%

< 0 © )
<+ $ < <
oA H -

56%

18%

Chain E

a2

94

¢

o)
o
—

9€H

€EA
{43\

620

Led

[4a
TCA

LTA
914
STA
vV
ey

c1s

& oo

© o
o 1

8%1L
Ly14

evIM
(47499

SO0

SETT

L

0 TEIN

v o
8cTd

0 1211

€CTA

TCTA
0ZTs

8TTA
L1TV

Piid
ETTV

60Td
80TH
LOTA

SOTH

€0TH
COTH

169D

< &

S81
78A

281

<>
©
{:t

68TA

1

S8TA

0 €811

YL

SOOS> & o o

LST4
95T

€STA

TSTL

@ 0O & oo

9CEH

wZen

[44°%]

0zer
61€D
8T€T
L1ed

cvvd

oL

i

L14:t:S

6154

* <&

0TSx

0 054

o

00SN

8670

0 L1693

96%1

€894
28891

0 9.8V

SLSA

LSSI
98571
GSSA

€55V
¢SSI

TS88d
0§SI

€¥SS

0¥SL
6ESA

LESY

& oo

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-7338, 6C30

wwPDB EM Validation Summary Report

Page 12

6ELM

LELN

EELN

i

0ELW

0 22.1

€TLT

TeLs

9TLD

$TLD
€TLD

TTLI

60LL
80LT

€0LI

TOLI

e & ©

>

1280
0Z8L

9T8H

7181
07180
608d

0 8080

L0871

508D

T6.LS

0 88LI

8LV
08.LN

8LLT

9L.d
TLLK

0LLY
69LA

0 9924

9€8Y

@ V0900 O O oo

vesy
€€8d

€289

CEOTM

i

0£01a
0 62071

¢EEZER
L20TA
92011
SCTOTA

i

€CO0TH

COOPOS & O o

i

21071
11071

Y0011
€00TA

¢
¢
¢
¢
¢
¢
¢

T60TH
06011

L80TM

SLOTI

€L071
CLOTS

0L0T1
690TA
890TL
19074
0 990TA

o

0 €90TA

CICIL

0 €8TTA

+n
18114
08TTA

0 LL711

CLITI

0LTTT
69T1d

L9111
99TV
SOTTA

i

€9TT4d
COTTA

9GTTI
GSTTA

¢

€STTT
STV
TS11S

4425

6ETTT

LETTS

SETTL
YETTH
€ETTD

TE€TTI
O0ETTL
6CTTIN

L211a

verTd

00ETN

S6CTN

L8TTV
98CTA
S8CTL
78211

o

91218
S.2T1

€L2Td

69CTN
89CTS
L9271

€9CTV

6GCTA

SG2TH
41499

[atAaxcy
TSTIW

8¥c1a
L%CT1

SveTy

SECTI

Tecta

92CT11

8TCTA

91214
STCTV
v121d

OO V090> OO o0 o

00%1D
66€TH
86€Td
LBETL

GCETA

98¥1Y
58710

z8Y1S
18914
08YIN
0 6L%1d

YLV1I

0971
6SVTT

0 feliakct

67V TL

0 9IS
ST

i

[444%

ovv1a

8EVIN

9EVTY

TEYTA

6ZYTA

¢

(44745

8THTY

60%TI

¢oPTI
TOYTH

29STd

TOSTH
09S1d

67STI
8¥STA
LYSTT

OO & & VO 900 o0 o

¢

8€STYH

SESTI

TESTL
0€STYH

<>

9TSTd

PISTV

C15Ta

¢

0TSTS

0 80STL

LOSTY
90574

YOSTI
€0STI
C0ST4
TOSTI

¢

1

€6714

16711

88711

TLSTS
045Ta

895TY

OO e> SO SO0

ATP-binding cassette sub-family C member 8

e Molecule 2

22%

18%

25%

56%

Chain H

R LDWIDE
PROTEIN DATA BANK

w_ 0



EMD-7338, 6C30

wwPDB EM Validation Summary Report

Page 13

>

671

0 9v1

€EA
ZEN

LTA

SETT

TEIN

8¢1d
211

@ S o oo

€CTA

TCIA
0zTs

8TTA
LITY

vitd
eTTY

60Td
80T
LOTA

SOTH

€0TH
COTH

169

8LL

0 SLM

2k

0 TLN
0 69d

S8TA

€811

vL11

L2 28 2R 2 %

PSS
9GTA

€GTA

TSTL

¢
¢
¢
¢
¢
¢
¢
¢

SYPI

cvhd
15747408

LETN
9€¥vd
SETD

0 €ehd

2EYA

0 6THI

82ZH1

vOvL

96€X
S6€I

0 88€Y

£8EL
18€1
08eY
6LEA

E€LET

TLEL
0Led
69ed
89€T

¢ o 869Y
| Lesn |
0 9631
0 0 698
0 €691
0 0 T691
4 ¢ resd
0 0TSy 0691
e el
¢ vosu ¢
[} 185
008N
wesm ¢
8671
1653 €894
9671 G
S674
v6va ¢
|
06%d 0 9.8V
hmwm SLSA
¢
08¥%
|
LLYA
|
TL¥d
7541
“ 8971
¢
¢ 1881
& o 95971
N SSSA
¢ €55V
zssI
¢ ﬁmﬁ 199d
0§8I
0 85PN 675y
L15%9 | sval
0 99%1 L8N
2 |
v B
€SVA |
2571 obSlL
1971 6ESA

i o=

LO9A
9098

7091

e & & oo

B6ELM
8€Ld
LELA

EELA

0ELIW

¢

12,1

3

€2L1
0 12.8
|

LTLD
9TLD

BTLD
€T.LD

TTLI

60LL
80.LT

€0LI

TOLI

SO 0000 o

G894

-

1891

6L9A

0 8190

A 4

L

1181

0 o18a
608d
808D
2081

$S080

2081

86L&

0 16.S

88.LI

T8LY
08LN

8LLT
9L.d
TLLR

0LLY
69.LA

0 99,4

1884

¢

8180

¢

<>

S.871

T.8D

5980

O & & 0O & O o oo

1984

6781

9%8H

<>

COPP & G000 P0P0P0OO o o0

9€8Y

vesy
€£8d

t

6281

< 0000

€289

1280
0Z8L

0 9T8H

(44}

8764

OO POOPOSO G000 OOO

17071

Y0011
€00TA

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-7338, 6C30

wwPDB EM Validation Summary Report

Page 14

¢

¢
¢

¢
¢
¢

¢
¢

w0
€201
21018

1010

0L0TT

690TA
890TL
L9074
990TA

€90TA

SE0TH

CEOTM
TEOTA

620TI

L2OTA
92071

¢
¢
¢
¢
¢

21071

¢
¢
¢
¢
¢
¢
¢
¢

L2 4

i

i

C9TTA

LSTTS
9STTI
SSTTA
21944

€STTT
CSTTV
TSTIS

4445

B6ETTT

LETTS

SETTI
YETTH
€ETTY

TETTI

C60TA
T60T1
06071

L80TM

SL0TI

EiZan]

SECTI

@ <& oo

Tegta

92C11

8TCTA

91214
STCTY

¢

COCTH

i

16111

OO0 OO

®
©
—
=
=

18114
0 08TTA

0 LLTTI

CTLITI

0LTTT
6911d

i

29111
0 9911V

SOTTA

€9TT4d

PO S0P P000O G000

L9211

@ SO O oo

@ & & 00O oo

@ & & o o

60VTI

2ovTI
TOVTH
00%TD
66€Td
86€Td

L6ETL

26ETd

T8ETH

SLETD

TIETA

T9ETH
TOETT

0SETS

67ETT
8YETN

LYETD

98714

18714
08%TIN
6.L%1d

€LVTI

< o o

TL71d

0 $OVTA

0 09% T
69711

el ancy

o o

6VVTL

0 9H1S
SHYTD

(47445

0v¥1a

8EVIN

0 9ePTY

o

TEYT4

¢
¢
¢

¢

€CYTI

8T¥1d

TOSTH
09S1d

6%STI
8¥STA
L¥ST1

@  © SO O o000

T9STL

i

8€STYH

SESTI

TESTL
0€STYH

@ & & o0

91874

YISTY

¢
¢

¢1S1d

0TSTS

0 809TL

LOSTY
90STHd

OO PPOSOS> SO0

YOSTI
€09TI
20874
TOSTI

0 16911

88711

e Molecule 2

ATP-binding cassette sub-family C member 8

18%

26%

55%

21%

Chain G

(4728

—
<
>

6€T1

9EH

vea
€EA
zeEN

6cd

8¥1I
Ly14

EVIM

8cTd
L211

@ SO O oo

€CTA

TCTA

0zTs

8TTA
L1TV

7114
ETTV

60Td
80TH
LOTX

SOTH

€0TH
COTH

169D

§i

SOOO & & o o

S81
78A

2
[esm

0 TLN

SG8TA

€811

iZA%}

LST4
951X

€5TA

TSTL

¢
¢
¢
¢
¢
¢
¢
¢
¢

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-7338, 6C30

wwPDB EM Validation Summary Report

Page 15

9CEH

YZEN

{44

0Zer
61€D
81€T
L1ed

vied

60€EYV

c0es

S624

0 16271

88TM

(4528

i

0 6ZYH

8¢V

veva

jx478
0z

i

L191
9T7d

{4578

o oo

Yo%l

L& <

96€A
S6€I

88¢Y

€8EL

T8€I
08eY
6LEN

i

9.LES

v.LED
€LET

TLEL
0Led
69€d
89€T

3

29€T1

O &

0873

0 1991
0 8GPA

LS9

0 99%1

SSPI

0 €SVA

[4ci)

0 1571

8¥¥D
SYvI

cvvd
157708

o &

LEVN
9€¥d
SEVD

€EVA

¥63S
€691
2651

¢
¢
¢
¢

2891

0 9.8V

LG8ST

9691
SGSA

€99V
CSSI
165d
0SSI
675V

L7SN

€¥SS

0%SL
6ESA

LESY

1

< & OO

¥ZsL

j14:tS

0 6154

0 0183

L09A
9098

0 09T

0091

8654

96SA

OO0 SO

L 4

0ELN

LTLT

*

€TLT

1eLs

9TLD

$TLD
€T.LD

TTLI

60LL

7891

6.L91

8LV
08.LN

8LLT
LLLIM
9L.d

TLLR
0LLY

6ELM
8€.Ld
LELN

E€ELN

SIEED

8,80

0 5281
¢
0 1189

0 5980
4

¢

1684

i

COPO & & 0O V0000 O oo

6781

0 9%8H
|

784

9€8Y

vesy
cesh

t

OO0

o2}
N
oo}
=

€289

1280
0Z8L

@ & S O o0

9T8H

T18I
0180

608d
808b

L0871

S080

zzeb

8164

L061

COOPPO 00O SO0

%0011

SLOTI

€L0T1
TLOTS

0L0TT
690TA
890TL
19074
0 990TA

S90TI

0 €90TA

¢
¢

SEOTH

CTEOTM

TEOTA

0 62011

ST
LZOTA
92011
SCOTA

=

€COTH
¢

¢

0 TT0T1T
11071

son

TLITI

0LTTT
6911d

i

L9111
0 9911V

SOTTA
¢

€9TT4d
C9TTA

18118
9STTI
SSTTA

0 $STTY
€STT1
TSTTV
TSTTS

6ETTT

LETTS

SETTI
VETTH
€ETTD

T€TTI
0ETTL
6CTTIN

L211Q

vCITd

T60TY
06071

0 L80TM

6GCTA

SG2TH
41499

TSCTH

8¥cTd
LYCTT

+EZE

SveTd

SECTI

TeCTa

92211

8TCTA
91214

STCTY
4541

2121l

602TD

0 €8TTA

+n

18114
0 08TTA

0 LLTTT

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-7338, 6C30

wwPDB EM Validation Summary Report

Page 16

LYETD

PO 909090 SO GO O O o0 o

€Le1d
CLTTH

69CTN
89CTS
L9271

€9CTV

< & oo

¢
¢
¢
¢
¢
¢

¢

< <&

8T¥Td

C6ETd

98€TS

TIETA

CT9ETH
TOETT

9S€TS
SSETS

€GETA

TSETA
0SETS
67ETT
8VETIN

A& 4

YLYTI
€LYTI

@ & & 000000

0 1910

0 VTN

09%TH
6SYTT

eisiAncy

6YVTL

ovVIS

9€VTY

1714

144491

€CVTI
{44745

6%STI
8YSTA
LYSTT

TYSTL

i

8ESTY

4

>

SESTI

TESTL
0ESTY

> & oo

9157

PISTV

i

C1STa

0TSTS

0 80STL

L0STY
0 90573
S0S1Q
HOSTH
€0STI
20sTd
T0STI

ATP-binding cassette sub-family C member 8

e Molecule 2

18%

25%

56%

21%

Chain F

iZ2X!

68TA

G8TA

0 €811

SOOSO & & o o

LST4
981X

@ 0O & oo

0 9ZEH
YTEA
TTED
ozel
67€0
81€1
L18d

vred

60€Y

20€s

S624

+En

SYPI

cvvd
157470

& 4

LEVN
9€¥d
SEVD

€EVA
[4574)

6CVH
8C¥1

0 $Tva
|
TZVA
0zv1

L1%I
9THh

{45728

Y0¥l

96€L
S6€1

0%SL
B6ESA

LESY

¥Zal
1294

6194

0TS%

0 054

00SN

867D

L8¥S

0873
LLYA

CcLvd
TLVV

0 8971

SOVV

T9%1

8S¥A

LS¥D
9S¥T

SSPI

<'>II < & SO

12,8

41748
TS%1

8¥¥d
LyPA

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



EMD-7338, 6C30

wwPDB EM Validation Summary Report

Page 17

€894
2891

0 9.8V

GLSA

>

6ELM

LELN

E€ELA

0ELH

i

LgL1

€CL1T

0 12.S

0 LTLD

9TLD

0 10

€TLD

TTLI

i

60LL
80.LT

€0LI

TOLI

SO 00O o

S89K

-

1891

8.L9D

‘El
0 €289

1280
0Z8l

9T8H

T18I

0 o18a
|
0 2081

$08D

2081

0 16LS

88LI

8LV

0 08LN

8LLT
LLLM
9L.d

TLLK

0LLY
69.LA

0 99.4

5980

@  © & 00O & oo

6%8A

9%8H

ol

¢
¢
04
¢
¢
¢
04
¢
¢
¢
¢

T84

9€8Y

vesy

<&

0 2061
+Hn

¢

i

COOPPPOPPP VOO PPPO 000 o o o

L20TA
920711
SCOTA

€COTH

CT0T1
TT0TT

o

COTIN

T60TA
T60TH
06071

L80TM

¢
¢

SLOTI

0 €L0TT
zL0TS

0L0TT
690TA
890TL
19014
990TA

* o

0 €90TA

0£01a
0 62011

4
¢

0 €8TTA

18114
08TTA

LLTTI

CTLITI

0LTT1
691Td

i

L9171
0 99TTV

SOTTA
¢

€914
C9TTA

LSTTS
9ST1I
SSTTA

0 BSTTY
€911
T3TTY
18T1S

4425

6ETTT

LETTS

SETTI

O0ETTL

+EEE

€.L21d
CLTTH

69CTN
89218
L9211
€9CTV
B6SCTA

G521
YSCTI

¢seetd
TSCIN

8veTd
L¥T11

COOPPPPPPPO G000 G000 & 00 O & o o

iz

>&

SGETTI

TeeTa

0 9211

8TCTA

91214
STCTY

4545

21Tl

E€GETA

TSETA
0GETS

6VETT
8VEIN

LYETD

Pietl

00ETN

S6CTIN

L8CTY
98CTA
S8CTL
8211

LLTTY
9,218
SL2T1

® © © & & OO oo o

<>

j£4499
€TVTI

8Tv1Yd

60VTI
80%1d

€0VTI
COvTI
TO¥TH
00%1D
66€Td

86€Td

¢

A o 2

€671

T6711

88%11

98V 1Y

8714
087 TN
6.71d

A

09%TH
6SYTT

SSP1a

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-7338, 6C30

© o
© ~
w0 0
— =
ﬂ:IQ

wwPDB EM Validation Summary Report

< & oo

Page 18

< &

0 TLSTS

a4

29STd
TOSTH
09S7Q

8YSTA
LYSTT

e & & o o0

i

T¥STL

i

8ESTY

L 4

SESTI

TESTL
0€STY

915734

451A4

ISR

0 T181a

L

0TSTS

0 80STL

LOSTY
90573
S0STQ
POSTIW
€0STI
20STd

O

R LDWIDE
PROTEIN DATA BANK

W



Page 19

wwPDB EM Validation Summary Report

EMD-7338, 6C30

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C4 Depositor
Number of particles used 47282 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) 1.18 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 2.702 Depositor
Minimum map value -1.154 Depositor
Average map value 0.000 Depositor
Map value standard deviation 0.020 Depositor
Recommended contour level 0.117 Depositor
Map size (A) 390.0, 390.0, 390.0 wwPDB
Map dimensions 300, 300, 300 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.3, 1.3, 1.3 Depositor



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#experimental_info
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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: ADP,
K, MG, ATP

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 | pyigy | 417055 | RMSZ | (7] >5

1 A 0.33 0/2557 0.48 0/3482

1 B 0.32 0/2557 0.48 0/3482

1 C 0.32 0/2557 0.48 0/3482

1 D 0.32 0/2557 0.48 0/3482

2 E 0.28 0/9862 0.51 | 1/13439 (0.0%)

2 F 0.28 0/9862 0.51 | 1/13439 (0.0%)

2 G 0.28 0/9862 0.51 | 1/13439 (0.0%)

2 H 0.28 0/9862 0.51 | 1/13439 (0.0%)
All All 0.29 | 0/49676 | 0.50 | 4/67684 (0.0%)

There are no bond length outliers.

All (4) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
2 F 1513 | MET | N-CA-C | 5.42 117.94 111.71
2 E 1513 | MET | N-CA-C | 5.41 117.94 111.71
2 G 1513 | MET | N-CA-C | 5.37 117.89 111.71
2 H 1513 | MET | N-CA-C | 5.34 117.86 111.71

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.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#standard_geometry
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#close_contacts
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 2501 0 2491 101 0
1 B 2501 0 2491 105 0
1 C 2501 0 2491 118 0
1 D 2501 0 2491 114 0
2 E 9671 0 9660 281 0
2 F 9671 0 9660 286 0
2 G 9671 0 9660 304 0
2 H 9671 0 9660 294 0
3 A 31 0 12 1 0
3 B 31 0 12 1 0
3 C 31 0 12 1 0
3 D 31 0 12 1 0
3 E 31 0 12 2 0
3 F 31 0 12 2 0
3 G 31 0 12 3 0
3 H 31 0 12 2 0
4 A 3 0 0 0 0
) E 27 0 12 0 0
5 F 27 0 12 0 0
5 G 27 0 12 0 0
5 H 27 0 12 0 0
6 E 2 0 0 0 0
6 F 2 0 0 0 0
6 G 2 0 0 0 0
6 H 2 0 0 0 0
All All 49055 0 48748 1508 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 15.

The worst 5 of 1508 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)
2:G:88%8:HIS:ND1 | 2:G:1512:ASP:0OD1 1.66 1.28
2:F:888:HIS:ND1 | 2:F:1512:ASP:OD1 1.66 1.25
2:H:888:HIS:ND1 | 2:H:1512:ASP:OD1 1.66 1.24
2:E:888:HIS:ND1 | 2:E:1512:ASP:OD1 1.66 1.24
1:C:276:HIS:CD2 | 2:G:1355:SER:HB2 1.89 1.06

There are no symmetry-related clashes.
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5.3 Torsion angles (i)
5.3.1 Protein backbone (i)

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

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 326,406 (80%) | 301 (92%) | 25 (8%) 0 |
1 B 326/406 (80%) | 302 (93%) | 24 (%) 0 |
1 C 326,406 (80%) | 303 (93%) | 23 (7%) 0 |
1 D 326,406 (80%) | 303 (93%) | 23 (7%) 0 |
2 E | 1270/1581 (80%) | 1175 (92%) | 95 (8%) 0 |
2 F | 1270/1581 (80%) | 1175 (92%) | 95 (8%) 0 |
2 G | 1270/1581 (80%) | 1175 (92%) | 95 (8%) 0 |
2 H | 1270/1581 (80%) | 1175 (92%) | 95 (8%) 0 |

All | Al | 6384/7948 (80%) | 5909 (93%) | 475 (7%) 0 |

There are no Ramachandran outliers to report.

5.3.2 Protein sidechains (1)

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 264 /348 (76%) 264 (100%) 0
1 B 264 /348 (76%) 264 (100%) 0
1 C 264 /348 (76%) 264 (100%) 0
1 D 264/348 (76%) 264 (100%) 0
2 E 987/1368 (72%) | 983 (100%) 4 (0%) 841183
2 F 987/1368 (72%) | 983 (100%) 4 (0%) 841183

Continued on next page...


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#protein_backbone
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#protein_sidechains
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Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 G 987/1368 (72%) | 983 (100%) 4 (0%)
2 H 987/1368 (72%) | 983 (100%) 4 (0%)

All All 5004,/6864 (73%) | 4988 (100%) | 16 (0%)

5 of 16 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 F 1511 ILE
2 F 1271 LEU
2 G 1142 LEU
2 F 1142 LEU
2 H 1513 | MET

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 127
such sidechains are listed below:

Mol | Chain | Res | Type
2 H 419 ASN
2 F 437 ASN
2 H 1202 HIS
2 F 427 GLN
2 F 821 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 oligosaccharides in this entry.

5.6 Ligand geometry (i)

Of 23 ligands modelled in this entry, 11 are monoatomic - leaving 12 for Mogul analysis.


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
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In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond
length (or angle) is the number of standard deviations the observed value is removed from the
expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

Mol | Type | Chain | Res | Link CountsBonléil\/Ilg;gt:jZ | > 2 CountsBoliill(\i/[SaanIjLZ | > 2
3 ATP H 2004 6 32,33,33 | 1.30 5 (15%) | 48,5252 | 1.77 12 (25%)
3 | ATP | D | 501 | - |32.3333| 127 | 5(15%) | 485252 | 1.79 | 12 (25%)
5 | ADP | G | 2001| 6 282029 138 | 5(17%) | 434545 | 1.79 | 8 (18%)
5 ADP E 2001 6 28,29,29 | 1.38 5 (17%) | 43,4545 | 1.78 9 (20%)
3 | ATP | E | 2004| 6 |32.3333| 131 | 5(15%) | 485252 | 1.77 | 12 (25%)
5 | ADP | F | 2001| 6 282929 138 | 5(17%) | 434545 | 1.79 | 9 (20%)
3 ATP F 2004 6 32,33,33 | 1.31 5 (15%) | 48,5252 | 1.78 1 (22%)
5 | ADP | H |2001| 6 |282929| 137 | 5(17%) | 434545 | 1.78 | 9 (20%)
3 | ATP | A | 501 | - |32.3333| 129 | 5(15%) | 485252 | 1.78 | 9 (18%)
3 ATP G 2004 6 32,33,33 | 1.30 5 (15%) | 48,5252 | 1.76 12 (25%)
3 | ATP | B | 501 | - |323333| 129 | 5(15%) | 48,5252 | 1.79 | 9 (18%)
3 ATP C 501 - 32,33,33 | 1.28 5 (15%) | 48,5252 | 1.80 9 (18%)

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
3 ATP H 2004 6 - 0/22/38/38 | 0/3/3/3
3 ATP D 501 - - 3/22/38/38 | 0/3/3/3
5 ADP G 2001 6 - 7/16/32/32 | 0/3/3/3
5 ADP E 2001 6 - 7/16/32/32 | 0/3/3/3
3 ATP E 2004 6 - 0/22/38/38 | 0/3/3/3
5 ADP F 2001 6 - 7/16/32/32 | 0/3/3/3
3 ATP F 2004 6 - 0/22/38/38 | 0/3/3/3
5 ADP H 2001 6 - 7/16/32/32 | 0/3/3/3
3 ATP A 501 - - 0/22/38/38 | 0/3/3/3
3 ATP G 2004 6 - 0/22/38/38 | 0/3/3/3
3 ATP B 501 - - 5/22/38/38 | 0/3/3/3
3 ATP C 501 - - 2/22/38/38 | 0/3/3/3
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The worst 5 of 60 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
5 F 2001 | ADP | C5-C4 | 4.49 1.47 1.39
) G 2001 | ADP | C5-C4 | 4.47 1.47 1.39
3 F 2004 | ATP | C5-C4 | 4.47 1.47 1.39
) E 2001 | ADP | C5-C4 | 4.47 1.47 1.39
3 B 501 | ATP | C5-C4 | 4.45 1.47 1.39

The worst 5 of 121 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(°)
3 C 501 | ATP | C5-C4-N3 | -5.85 118.66 126.72
3 B 501 | ATP | C5-C4-N3 | -5.79 118.74 126.72
3 A 501 | ATP | C5-C4-N3 | -5.73 118.82 126.72
5} G 2001 | ADP | C5-C4-N3 | -5.64 118.95 126.72
3 F 2004 | ATP | C5-C4-N3 | -5.62 118.98 126.72
There are no chirality outliers.
5 of 38 torsion outliers are listed below:
Mol | Chain | Res | Type Atoms
3 B 501 | ATP | C5-05-PA-O2A
3 B 501 | ATP | C5-0O5-PA-O3A
) E 2001 | ADP | C5-0O5-PA-O1A
5 E 2001 | ADP | C5-05-PA-O2A
5 E 2001 | ADP | 04’-C4-C5’-05’

There are no ring outliers.

8 monomers are involved in 13 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 H 2004 | ATP 2 0
3 D 501 | ATP 1 0
3 E 2004 | ATP 2 0
3 F 2004 | ATP 2 0
3 A 501 | ATP 1 0
3 G 2004 | ATP 3 0
3 B 501 | ATP 1 0
3 C 501 | ATP 1 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
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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 ATP H 2004
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Ligand ATP D 501
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Ligand ADP E 2001
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Ligand ADP F 2001
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Ligand ADP H 2001
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Ligand ATP G 2004
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Ligand ATP B 501

Bond lengths Bond angles
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Ligand ATP C 501

Bond lengths Bond angles

Torsions Rings

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#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-7338. 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

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

6.2 Central slices (i)

6.2.1 Primary map

X Index: 150 Y Index: 150 7 Index: 150



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: 150 Y Index: 150 7 Index: 126

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 0.117.
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 0.117

Voxel count (logl0)
o
i

T T T T
-1.0 -0.5 0.0 0.5 1.0 1.5 2.0 2.5
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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50000 -

40000
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Recommended contour

30000 ~ level 0.117

volume (hm?3)

20000

10000

T I I
-1.0 -0.% 0.0 0.5 1.0 1.5 2.0 2.5
Contour level

The volume at the recommended contour level is 227 nm?; this corresponds to an approximate
mass of 205 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
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*Reported resolution corresponds to spatial frequency of 0.256 A1

—— Primary map RAPS
Reported resolution

3.90 A*


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-7338 and PDB
model 6C30. Per-residue inclusion information can be found in section 3 on page 9.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.117
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 (0.117).
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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
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At the recommended contour level, 69% of all backbone atoms, 56% 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 (0.117) and Q-score

for the entire model and for each chain.

Chain Atom inclusion Q-score
All B 0.5640 . 0.3790
A B 0.6580 . 0.4520
B B 0.6540 = 0.4500
C  0.6510 . 0.4360
D w 0.6460 . 0.4450
E s 0.5590 . (0.3830
F B 0.5410 . (0.3570
G B 0.5350 . 0.3570
H B 0.5310 . (0.3490

1.0

0.0
M <0.0
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