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811U / pdb_00008ilu

EMD-35122

Human TRiC-PhLP2A complex in the closed state
Roh, S.H.; Park, J.; Kim, H.; Lim, S.

2023-01-13

3.24 A(reported)

6NRS

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
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

Page 2 wwPDB EM Validation Summary Report EMD-35122, 811U

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 3.24 A.

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

Metric Percentile Ranks Value
Clashscore NN B
Ramachandran outliers IS 0.0%
Sidechain outliers NN 0
Worse Better

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Metric Model-Map Fit Percentile Ranks Value
Q-score I | W 0.506

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 -
Q-score - 25397 14594 ( 2.74 - 3.74 )

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 556 = 69% 27% -
1 I 556 —_— 68% 28% -
2 B 535 - 75% 22% o
M 535 | = i e —

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

Mol | Chain | Length Quality of chain
3 C 545 - 66% 30% -
3 K 545 - 67% 29% -
4 D 539 A 73% 23% -
4 L 539 - 73% 24% -
5 E 541 n 66% 31% -
5 M 541 - 72% 25% -
6 F 531 = 73% 26% .
6 N 531 = 72% 27% .
7 G 543 - 72% 24% -
7| o | sz |™ - T
8 H 548 = 70% 26% -
8 P 548 - 73% 23% -
72%
9 Q 239 50% 28% 22%
54%
9 R 239 54% 25% 21%

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

ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
12 AF3 E 603 - - X -
12 AF3 F 603 - - X -
12 AF3 H 603 - - X -
12 AF3 K 603 - - X -
12 AF3 L 603 - - X -
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2 Entry composition (i)

There are 12 unique types of molecules in this entry. The entry contains 67629 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 T-complex protein 1 subunit alpha.

Mol | Chain | Residues Atoms AltConf | Trace
L] A 2| 0h oms 7 ms o3 0 0
! ! 2| 0h s 7 Tms o3 0 0
e Molecule 2 is a protein called T-complex protein 1 subunit beta.

Mol | Chain | Residues Atoms AltConf | Trace
2 B o18 gggaé%l 24338 612\;7 7(5)4 189 0 0
2 J b2 gg;il 2555 615\;1 7(5)9 189 0 0
e Molecule 3 is a protein called T-complex protein 1 subunit gamma.

Mol | Chain | Residues Atoms AltConf | Trace
3 ¢ b2 Zggzl 25028 71116 7(8)1 SSO 0 0
3 K b2 Zg%l 25(310 7150 7(53 380 0 0
e Molecule 4 is a protein called T-complex protein 1 subunit delta.

Mol | Chain | Residues Atoms AltConf | Trace
4 b o18 rggg;l 24515 61;I8 7((?2 283 0 0
4 L o19 ggizl 24051 622 7((?3 283 0 0

e Molecule 5 is a protein called T-complex protein 1 subunit epsilon.
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Mol | Chain | Residues Atoms AltConf | Trace
g B 525 Zggaol 255?’)7 71(\)18 7(7)5 380 0 0
g M 525 Zggaol 25C37 71(\)18 7(7)5 380 0 0
e Molecule 6 is a protein called T-complex protein 1 subunit zeta.
Mol | Chain | Residues Atoms AltConf | Trace
6 F I R 0 0
0 N 525 };8;&;)1 25028 71(\)14 7?0 281 0 0
e Molecule 7 is a protein called T-complex protein 1 subunit eta.
Mol | Chain | Residues Atoms AltConf | Trace
’ G o2l Z(())gaQI 25029 61;2 7(5)8 283 0 0
7 O 520 gggzl 25(324 615\;1 7(5)7 283 0 0
e Molecule 8 is a protein called T-complex protein 1 subunit theta.
Mol | Chain | Residues Atoms AltConf | Trace
8 H 529 Zggzl 25043 625 7(7)4 287 0 0
8 P 529 thzzl 25043 615\515 7(7)4 287 0 0
e Molecule 9 is a protein called Phosducin-like protein 3.
Mol | Chain | Residues Atoms AltConf | Trace
) Q 187 ?gtf;l 9(636 215\}1 286 2 ¥ ¥
) R 189 r‘lrgg&;’)l 9(735 21;4 288 g 0 ¥

e Molecule 10 is ADENOSINE-5-DIPHOSPHATE (CCD ID: ADP) (formula: C1oH;5N501¢P5)

(labeled as "Ligand of Interest" by depositor).
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ADP
f. " iom
o o
“HO 2
O
) =40
iy
9
Mol | Chain | Residues Atoms AltConf

Total C N O P

10 A 1 27 10 5 10 2 0
Total C N O P

10 B 1 27 10 5 10 2 0
Total C N O P

10 C 1 27 10 5 10 2 0
Total C N O P

10 D 1 27 10 5 10 2 0
Total C N O P

10 2 1 27 10 5 10 2 0
Total C N O P

10 F 1 27 10 5 10 2 0
Total C N O P

10 G 1 27 10 5 10 2 0
Total C N O P

10 H 1 27 10 5 10 2 0
Total C N O P

10 I 1 27 10 5 10 2 0
Total C N O P

10 J 1 27 10 5 10 2 0
Total C N O P

10 K 1 27 10 5 10 2 0
Total C N O P

10 L I 27 10 5 10 2 0
Total C N O P

10 M I 27 10 5 10 2 0
Total C N O P

10 N 1 27 10 5 10 2 0

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

Mol | Chain | Residues Atoms AltConf
Total C N O P
10 0 1 27 10 5 10 2 0
Total C N O P
10 P I 27 10 5 10 2 0

e Molecule 11 is MAGNESIUM ION (CCD ID: MG) (formula: Mg) (labeled as "Ligand of
Interest" by depositor).

Mol | Chain | Residues Atoms AltConf

1 A 1 Total Mg 0
1 1

1 B 1 Total Mg 0
1 1

1 C 1 Total Mg 0
1 1

1 D 1 Total Mg 0
1 1

1 B 1 Total Mg 0
1 1

1 o 1 Total Mg 0
1 1

1 G 1 Total Mg 0
1 1

1 0 1 Total Mg 0
1 1

Total Mg
11 | 1 1 1 0
Total Mg

11 J 1 1 1 0

1 K 1 Total Mg 0
1 1

1 L 1 Total Mg 0
1 1

1 M 1 Total Mg 0
1 1

1 N 1 Total Mg 0
1 1

1 0 1 Total Mg 0
1 1

1| P 1 Toltal N{g 0

e Molecule 12 is ALUMINUM FLUORIDE (CCD ID: AF3) (formula: AlFj) (labeled as "Lig-
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and of Interest" by depositor).

AF3

Fi |

F2

F

Al AL

F

F3
Mol | Chain | Residues Atoms AltConf
12 A 1 Toial /il g 0
12 | B 1 Toial /?1 1; 0
12 C 1 Toial /il I; 0
12 D 1 Toial él I; 0
12 E 1 Toial All I; 0
12 F 1 Toial All I; 0
12 G 1 Toial All I; 0
12 H 1 Toial All I; 0
12 I 1 Toial All I; 0
12 J 1 Toial ‘?1 g 0
12 K 1 Toial ‘?1 1; 0
12 L 1 Toial ‘?l 1; 0
12 M 1 Toial ‘?l 1; 0

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

Mol | Chain | Residues Atoms AltConf
12 | N 1 Toal AL T 0
12 | O 1 Toial /il g 0
12 | P 1 Toial /il I; 0
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green = 0, yellow = 1, orange = 2

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

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
quality criteria for which they contain at least one outlier:

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.
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e Molecule 1: T-complex protein 1 subunit alpha

6ccI
8¢y

SCCTH
2ees
L12ZN
§429S

S0zh
v0zs

TOCH

8611

€6TN

T9za
0921

¥SCI

9V

0%es

vovA

0 €971

OO O

9S%Y
[4i4¢
6%vd
LYPA
EVPY
ovva

SEVD

0EVN

14728
STPA

vova
€071

TO%H
00%X

L6€D
v6ed
€6EH
26eT
88EN
18€4
98€d
T8EN

S
9.Le1

89¢€)

09€d

L5€0
9S€I

€91

62380

0 8250

2SI
€251
6154
9154

60SA
80SI

90Sd

7054

205D

i

-
=)
<
B

5] ©
o o
< <
S ~

TEYN

6870

98%1

[T}
£
<
=

2528

COOPPPPPPO 0000000 O0

28%

68%

11%

e Molecule 1: T-complex protein 1 subunit alpha

Chain I:

1€1

L11

STd

A

0 L0z

90CH
sozh
vozs
€024

TOCH

6613
8611
L6TI

E€6TN
T6TA
T61d
067X

0 6874

0 %811
0 €810

0 08Ty
|

vL1Q
ELIA
CLIA

0LIN

69TV
89Td

0 3979

FITN

8G1S

SYTH

L & 2

CETI

(44X
TCIA

LITA

¥11d

LOTT

voTVY
€0TN

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

EMD-35122, 811U

wwPDB EM Validation Summary Report

Page 11

6ved
8YEY

S%€T

8€€H

9€€D
seed

TeEeT

S1€Q

90EN

TOEA
00€d

8623

962D

v62d

[4s1as

98CI

7821
082V

9.2b

TLTH
TL2L

89¢s
924

v9cd
€9¢I

0921
65T

952a

eseh

cEeTY

STTH

L12N

174598

[4:i7
6%vd
91
evvY

whd

0 £EHY

0 L2%Y

14728
veva
€CyT
(44728
61¥T

T0%4
00%X

L6€D
26ET

68€d

18€d
98¢ed

eLEV
CTLES

0Led

99€EN

COOPPP 9O 900 9900909000000

79e1

LS€D
9G€I

€sed
TSEN
TSEA
05€d

Tesy
0zsy
6154
9164
60SA

90Sd

¥0s4

TOSY

6673
8

)
<
=

9674

e s 2 2 Ao 2R 2C 2 2 4

@ o
© o
<
a 4

<
~
<"
<<

0
3
~

9S57Y

i

TEST

e Molecule 2

6250

0 825a

S¢S

T-complex protein 1 subunit beta

22%

75%

Chain B

o

<>

0. €1

SG2H

€%2D
(44 AN

LeeT

15514

el xac
S12a

S021
Yo
€02y

00CH

1614

2811
1814

6.14

9LTH

€LTL
LT

L9TT

S9TL

8%TH

LETY

[42)5

0ETM

L2T1
9CTI

€¢1d

vi1a

6071
8074

LIV
vovs
S8€d
€8€T
CLEL
c9ed
¥Se1
0sed

¥ved
E€VET

0 THEA

o

seed

TEET
0€exd

LCEL
9CEN

€eel

ered
(4538

OTEN
60€A

9621

620
6820
882N
1,821
§2kas
TLea
1921

€921

1921

652d

1524
9G2A

92SY

1281

9TSYH
ST197T

LOSY

S0S7T

71054
0054

8670

S6evd
767l
€671

1671
88%MH
874

9%

29%A

09%a

0S%I

8YvL

T-complex protein 1 subunit beta

9F¥T

evP1

6EVA

e Molecule 2

LEVE
9ETH

(4571

STYY
vl

24%

73%

Chain J

L8W

S8A

LETT

SETY

£€Td

Tecy

¥eer
£2TH

0671

2811
7814
08TL

9LTH

9911
S9TL

09TH

[4]xs
1S1d

SYIY
8ETH
ceTd

9CTI

i741]
1211
ZOTA

00T.L
661

S6A

0. 763

69€T
PAsielel
¥ved

0veT

0 6e€d
8eed
LEEH
sged
Te€l
Prache
9zEN
SzeT
£2€1

61€D

OTEN
60€A

L6TA
620
€624
(44
882N
S8CH

LT
j2kas

cLTH
T.24

1921
€921
1921

9G2A

9Tl
svea
Ty
€¥TH
[47AN

LOSY

SG0ST

€0SA

6671

1674

S67d
v6vL

£8%D

1874

0 6Lva

S9PT

SHPN

R LDWIDE

evvT

9ETI

vETA
TEVN
€T

6TVH

LTV
9T¥1

viva
E€T¥S

TT9d
0T¥%d

L0O%A

96€A

TLEL

69€d

S9eN

c9ed

O

PROTEIN DATA BANK

W



EMD-35122, 811U

wwPDB EM Validation Summary Report

Page 12

_ . 880
.80

981

78s
€81

-

30%
&
=

66%
3
=%

T-complex protein 1 subunit gamma

929y

6TSN

e Molecule 3

LTISA
915Y

¥IsI
€TSA

0TSV

Chain C

14AN

ceen
11448

6T

60CI

66TV

€671

€8TA
43474
T8TH
08TA

LLTT

€9TH
2911

09TI
6GTS

LSGTN

SGTI

CSTH

OVTI

LETT
9ETL

EETH
[4234¢§

0ETT

€CT1

T2TA

8TTH
LTI

(43!

80TA

SOTW
vora

T0T1

661

zced

61€d

STEA
vred
€7eY
0TelL
SOEW

COEH
T0€d

9621

z6TL
1621

68CA
88cd

28CI
182d

6,20

992H

€92a

85C1

9821

9%cd

v¥es
€¥Cs
(4740

0%2T

8€CL

9ged

€ETI

TeTH
0€TY

8T2d

9¢CH

(017478

8evY
LEVX

EVD

8T¥A

06EN
L8EA
€8€I
08€S
8.LeD
cLED

€9ET
¢9ed

CZSET
0S€T
vved
8€€T
Leed
oged

€EES
cEEN

62eY

veev

€TSA

SS¥0
2¢SPI
ia7\8

Svva
s

T-complex protein 1 subunit gamma

e Molecule 3

29%

—
67%

Chain K

S6L

T6A

08I
6.8
8.3
S.d

TLA
TL0

197
TON
29a

TON
09L

6T
8vi
LYW
€%d
1

LET
9eI

€€l

0EV

(44N

61D

STH

011

€02y

LBTA

S6TI

c6et1d
1673

@ 0 o

9874

Z8TH

L9TH

S9TI

C9TL
T9TL
09TI

8G1S
LSTN

SSTI

TSTH

T7€d

6£€d

Legd

62V

Sced

vied

70€T

COEH

00eY

L62s
9621

26Tl
T6CI
062A

68CA
882a

6.2D
992y
¥ScL
67CH
L¥TK
9vcd
Sv21
v¥es
0%2T

8€CI
LETH

o€y

9CCH

6TCH

21es

6021

02D
902D

LYY1

1478

o=

6SEX

¢SeI

0S€T

vved

0 6253
¢ e

pRacs

3

€TSA

0 1280

¢ oz
61SI
8154
11871

YISA
€ISV

0TSA

80SL

90SA

0S50

20SY

S6%I

18%1
98%L

9.v3

0LYH

L9%4
99%1

1974
0991

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-35122, 811U

wwPDB EM Validation Summary Report

Page 13

T-complex protein 1 subunit delta

e Molecule 4

u

23%

73%

Chain D

szb

L2271
€ee1
0gea
€1
(548
,02a
€0CA
96Ta

68TN
88TA

S8T1d
7818
€811

€L1S
CTLIN

0.LTS
€971
0974
LyTI
1445
07TV
8T
€eTL
0€Td

€211

121l
0Z1d

811a

9111

L0TL
90TL

€0TD

L6y

T9€T

6SEY

SSEN

TS9ed

Sven

evex

6EEL

9TeEN

YTEN

{4433

0ZEW
L1€1
EeTeY

60€T

S0€T
e

6820

L8TA

S8TN

€8¢CI

0824

8.2d

.24

TLTH
T.20

69CA

992A

092

ovcy

6221

267D

98%h

0 T8YN
1874
08%1

09%A
6S5%d

TSPA
0S%D

LyvE
9e¥T
Sevyd
eV
Tevd
62va
9T¥d

9T¥A

1357
0T%d

SO¥I

£0vYd

0 zova

66€d
v6eEN
T6€d
88€I
S8EL
6.LED

v.LeT
€LE7T

0LES

t o

L9€T

€9€d

SESA
vesa

pxact
9TSA
STSL
vcsa

T2s1
0zsL

T-complex protein 1 subunit delta

e Molecule 4

24%

73%

Chain L

9TTT
STTS

90TL

191

84d
LGN

674

9va

8€1

0ed

9za

9sed
0szd

ovey

SETN

62C1

praas
92TH
{qac

3

0 6120

L7121

S12H
v1e1
€1eA

0121

80CI
76TA

€61
CBTH

€L18
0L18
€911
SSTA

TSTW

=T

6711
SYTII
Wil
YETS
€211
121l

811Q

TYEL

ONMH
w“mH
Lgea
oTeN
SCET

ECEN
[44°38

6TEN

LTET

STEH

ETEY

T1€d

60€T

L0EQ

0 S0€T

Y0eT

coex
T0ED

L6TA

26T

682h

182N
w“mq
€8C1
[4:198

082y

8123
|

0 224
|

T.2d

69CK
8920

99CA

1874
08%1

09%A
6357

0S%D

EVY1
(474749

6EVA
LEVL
PeVT
0EVI
62cvd
8¢%d
1470

ST91

19578

¢

20%d

00%a
66€d

S6ex1

SSEN

8¥el
LYEH

SYEA

even

o

CesI

6251

1284
9ZSA

€TSL

9TSA

TTSA

T-complex protein 1 subunit epsilon

21871
T18d

COSN

e Molecule 5

31%

66%

Chain E

0671

85d

611

R LDWIDE

w_ 0

PROTEIN DATA BANK



EMD-35122, 811U

wwPDB EM Validation Summary Report

Page 14

>

[qrace
T12A
0Tex
6021
96TA
88TI
G8TH
9LTH
S9TT

T91a
091X

LSTA

7§18

TSTI

8%TT

SPTI

YETY

ety

6CTH
8CTI

sg1a
¥Z11

TeTd

617

STTV

0TTA
60TA

90TL

v01d

2¢0oTI
860
761

{4

+n
L0EQ
90€d
S0€D

T0€L

6621

1620

68CI
§8¢4
v8eH
€82d
6.LTH

LTk

STl

€TTH
[4qA%

61271

i454:8

STPQ
454

(45741
TIPN
(05744
6071

L0%D

96€d

E€6EN

60€d

€ESI

L2SI

Eract

€TSH
zzsh

0Zsv

iA5xt

TISI
0T8T

667N

¥6v1
€670

68%1

18%0
08%4

8.L%4

9.4
TLYD

(45488

09%KH
6S5¥d

T-complex protein 1 subunit epsilon

LSPA
9G6¥%d
SSG¥T
vSvy

1674

TEVT
0EVY

LT%Y
9TPN

e Molecule 5

25%

—
72%

o

Chain M

9111
STTV

60TA

LOTL

¢

26A

181

8.1
25
TLN

89A

7o%

TON

T9eH

8G¢d

SGTA

1STI

SYTI

15434

8€Td
LETA

veTY

¥Z1r1

1214

6114

LTT1

¥8el

8LEN

79€d

C9eT

18€D
9GeV

€5€T
cseN

8¥eT

(4748

veen
forax
CCEN
Teey

STeT
71€T
€T1€T

L0ea
90€ed
S0€D

L62Y

ON OO 10
© 0 © © & o e
NN N
HHEHOo &

9824

€823
(428}

6.L2%

j2Xa8

892A

T1SI
90SA

20S%

TOSH
00Sa

6871

08%Y4

8.%Y

S9PN

TO%V

6S¥d

T-complex protein 1 subunit zeta

e Molecule 6

5%

26%

73%

Chain F

60TA

20Tl
1014

[q3c8

L1

L& 4

j454:!
(45401
602D
802y
,021
9021
1024
6614
86TH
L6TH
T6TI
z6et1d
T6TI

06TH
6814

18131
08T
6LTI

9L11

6911
89TT

SOTV
¥o11

6GTY

€STY

8%TT

LETA

PeTT

0ETY

L1748

STTH

oeed
TZEN

S1EY
vied

TTEA
0T€I

862a

062A
6824

1828

>

[4:149]
L.21
9,23
S§.21
cLen
89¢d

At
€924

T9TH
092/

892x
pAstact
9524

jasrect

9%es

(4448

B6ETK

CETL

0€2I

/448

T2ZCH

1124

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-35122, 811U

wwPDB EM Validation Summary Report

Page 15

LYPI
9YPI
SYPT
evvy
8ED

SEVT
HEVD

cEVY
TEVD

8TV
60%d
20vI
86EN

96€d

o

26ed
L8EI
LLEN
(/1
69ed
€9€T

T9eL

GSET

TSER
0SeA

6EET
8€EA

TEEN
(4314

9zeT
Sgel
vee1
€2eY

88L
1,81

27%
©
5

S§2TSH

L 2 2 4

72%

€9y
[44:174

0zsd

8050

S0ST

T-complex protein 1 subunit zeta
|

€050

687V

1871
431
€991

5%
L
I.

{42

TS71

(5747238

e Molecule 6
Chain N

LLTT

v.L1Q
E€LTA

0L1a
69TL

6GTH

€914
TSTY

0STa
6¥TI
8¥1T

SYTY

LETA
YETT
0TV
61TI
81TI
L1748

STTH
i49%8

60TA
€011

2011
1073

661
861
161

S6N

€61
¢6L

(4344
TEEA

v1ey
TIEA
20€T
662d
862a
1621

062/

> @

LL271

92y
£€9¢d

092A
6521

pAstAcS

1974

857

1S71

(747228

LYPI
9VPI
SYP1

44

8EVD

& 4

veen

S50

I’O’

€29y

[4=xc

8TSGA

STSI

S0ST

€050

T-complex protein 1 subunit eta

T0SY

98%d

0 98%3

18¥%1

.o

L9%D
99%1

€971
[4iA0

e Molecule 7

24%

72%

Chain G

281

i

6.1

€LH

0 0La

L9Y

991

€9V

09N

>

8¥1

©0 N~
<
(=13

€CTA

Tzh

611

i

€11

-

61

L2 4

STCV

€12D

S021

T02d

6613

L6TI
S6TI
9811
08TA
LLTH
89TI

S91S
%918

LSGTH

SGT1

0 1570
0 0g1d

0 1%1a

0. Py
THTL
9€TI

0CTI

8T1d

9111

CITA

60T

L0TD

S6L

0 z6a
061

98b

cLed

L9gV

%9€0
€9€D

T9€4

B6GEN

8%€d

oved

€¥ED

TYEA

L

62€S

YCEW
ETEN

vien
07€0
06271

1824
982V

SLTK
692V
9921
LSTh
952y
SS2I

TSTN

o=

0sey
{474\
0%e1

LETI
9€TA

CTETK

8TTh

€0ST

6674
867A
LBV

S6%d

£67M

T67d

6.LY1

LLYA

89VH

T9%1

8S¥L

6771

Ly%d

evva
(44748
13444
(074728

€EVT
[4574]

0EPN

SThY
vevs

9T¥T
= 57ct

S0PA

0071

86€Y4

96€A

68€T

98€d
S8EL

CTBEN

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-35122, 811U

wwPDB EM Validation Summary Report

Page 16

TITA
|
80TA
|
S0TT
| otd
€018
I
661
861
L6
|
06A
Wu 681
~ |
98b
|
28T
|
oy
T
= 83T
= |
..m Lo
= 0 9%a
%) R LT
— &
~
=
or—
Q
+—
o
p
o
"
O
—
=
S
4=t 1
p25Y =
| ggad ..
2TsN I~
| | &) .-
61SL = ..
¢ 53
3 7
$TGA o =
2181 M =
| ° O

Pygac

8ETY

9€TA

CETK

0zed
6121

€12D

102D

66T

L6TI

S6TI

v.LeT
TLEL
0.L€0
69€L
T9€4d

LS€Y

¢

i

[olsforcs

8ved

cveT
TvEA

LEET
veeA

TeED

62€S

ETEN

T2ed

61€T
81€d

91€d
E€T€Y
S6CI
v6cd
€621
6

68CA

182X
98TV

692V

952d

9%C1

wve1

L 2 2

8154
oSy
TOSN
00SI
LBV

L8YN

v.LivM
€LVL

1971

LvPd

7474729

{45729

607D

90%A

86€Y
L6EY

S6ET

€6€1
zeey

68€T

18€Y
98€d

£€8€d
CTBEN
18€4

T-complex protein 1 subunit theta

e Molecule 8

26%

70%

]
2}
=

5%
L

Chain H

€€1

0E€A

0 9z

S21

€CS

TCH

01Zs

¥oza
£02H

TOoZN

00za
66TA

0671
98TV
78TV
€811
2811
TLTH
89TI
7911

09TA

0 99Ta

YSTT

TSTV

0 671D
9€TD

T€TD

0 oeTd

9CTS
6111

9114

7111

[A2%]
1111

COTN
TOTL

66d

{41

coeed

B6TEM

€TEN

TTEW
0T7€I

70EX

20T

P

Z6CA

062A

g82a
8y
€801

T8¢

LLza

LN

S921

(474 4

6921
8921

€9elL
67T
4]
LyTa
TvCA

8ETA

[1443)

Praan
9zgTa

(4448

L12A
9128

vies

vevl
14478

11478

(15748
L19I
91vd
STVl

(4570

0Tvd

L0%Y4
9073

201

68€d

€8EN

SLeI

ha a d

29en

98€d
GSEN

CSET

0SEA

YTEW

82SY

i74°28

8TGA

TISL

60SY

Y0SY

20§81

L6¥I

€671

08%1

TLYH

L9711

€9%A

T-complex protein 1 subunit theta

e Molecule 8

23%

73%

Chain P

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-35122, 811U

wwPDB EM Validation Summary Report

Page 17

0 4351
0. ¢ e
“ “ 0819
0 OI 0 9211
o Yo ]
om ¢ =
R $ome
¢ ot “ 2T “ “ ¢
88ET ¢ o 6111
I wmus 04 wmm.ﬁ ¢ v “ “I R *
mmz ] T hma “ MH ¢ gotA ¢ e
ﬁmz mmum wmmm [ | ¢ e ¢ “ ¢ ¢
MMN 99ZI 01 men 0 0sa “ 0 0 0
oemm onle H. ¢ “. ¢ ;
[ ] €521 [ | + . A . ¢ om
o S s Y ¢ ' 5 Smmm o
o0t Lyea Qi “ ¢ ¢ oota ¢
mmn mﬂum 0+ ¢ ¢ ¢ ssid “4 “ TOTA
z9en
m% h& T “ “ “ N ¢
068 | gges ¢ £9VA ¢ o ¢ ¢ ¢ ot N mmm
mﬁ mmﬁ. ﬁ omi “ 661 “ 96d “ . “ MM . Lor
| e 6229 R
381 ﬂ omm> mms_ < ¢ ¢ ¢ M m 0. M
0+ ¢ o e zSv1 Q 04 M “ s M “ 9eq ¢
€11 ﬁmmu 0+ 4 “ “ o ¢ “ ¢ “
" B Y B R el
mﬁ wmww zeey | vy “ “Im § ovia “ ¢ o= 0.
mwx \Mmh Mwww ¢ i ¢ ¢ ¢ ¢ 1
] ¢ X v i ¢ “ “I ¢ > “ ¢
P e o g g ‘ ¢ e € ¢
P S emm S E ol BB ‘e
w0 mmm = “. : ool $
ﬂm,_ m- e s M 2 “ “ ST ¢ 8611 M a3 “ o
i H ms_ e i . m I 8. 4 ! . m 0.
A R T : . IRE M
) mmS ol 1 .m mE “ “ 1% A
MM 09TA l ﬂ% Lm ¢ = ¢ ¢ 1m €L
[ | ‘+ ¢ e 8071 [a W ¢ “ “ o, 0.
STT 162N Iwowx .. -~ ’
4 ﬁmi 01 | navp ¢ ¢ ¢ nav.u 694
L€74 Z6TA el ¢ .|u. = ¢ ¢ ¢ .|u. ) ¢
X - B ¢ $ . C - M
vH P11 [ | ¢ [ | . M nma ¢ ¢ seud ¢ M nma 4
€1 geTa wwmm z6EA €2 ¢ ¢ M
I ﬂ zazy mﬂmm wﬂﬁ ° ﬂhu ¢ oa ¢ e ¢ s ° mﬂu 0.

R LDWIDE

O
PROTEIN DATA BANK

erbDeBe

W



EMD-35122, 811U

wwPDB EM Validation Summary Report

Page 18

<>
II F.IIII
o
—
e

~
o
®©
=
hE

7814

9.1V
SLTY

YLII

e s s oo AR 4 4 A e

oo} M W0 O N
0 © © O © ©
= e = I}
> RV )

6STd

€STL

gted
v1exa
€TeH
c1ed
TICZN
012d

SPIA

9€TD
€02y

Tozs

OO V000000 OOOOS

TEIN 661S
8611

-

82TV
1210 Y611

COOPP & 00 VP00 900 9000 9000090

O

R LDWIDE
PROTEIN DATA BANK

W



Page 19 wwPDB EM Validation Summary Report EMD-35122, 811U

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided
Number of particles used 21028 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method NONE; CTF correction was performed for | Depositor
every micrographs
Microscope FEI TALOS ARCTICA Depositor
Voltage (kV) 200 Depositor
Electron dose (e~ /Az) 40 Depositor
Minimum defocus (nm) 1000 Depositor
Maximum defocus (nm) 2000 Depositor
Magnification Not provided
Image detector FEI FALCON 1V (4k x 4k) Depositor
Maximum map value 6.576 Depositor
Minimum map value -4.112 Depositor
Average map value -0.002 Depositor
Map value standard deviation 0.346 Depositor
Recommended contour level 1.23 Depositor
Map size (A) 345.6, 345.6, 345.6 wwPDB
Map dimensions 320, 320, 320 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.08, 1.08, 1.08 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: AF3,
MG, ADP

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 0.14 0/4081 0.33 0/5510
1 I 0.14 0/4081 0.31 0/5510
2 B 0.15 0/3940 0.32 0/5311
2 J 0.14 0/3967 0.30 0/5349
3 C 0.16 0/4101 0.34 0/5533
3 K 0.15 0/4119 0.32 0/5555
4 D 0.14 0/3940 0.30 0/5319
4 L 0.15 0/3951 0.30 0/5333
5 E 0.16 0/4099 0.33 0/5522
5 M 0.15 0/4099 0.32 0/5522
6 F 0.15 0/4075 0.32 0/5494
6 N 0.16 0/4070 0.34 0/5487
7 G 0.15 0/4058 0.33 0/5476
7 O 0.15 0/4050 0.32 0/5465
8 H 0.14 0/4087 0.31 0/5525
8 P 0.14 0/4087 0.30 0/5525
9 Q 0.12 0/1547 0.36 0/2087
9 R 0.14 | 0/1561 | 0.44 | 1/2105 (0.0%)
All All 0.15 | 0/67913 | 0.32 | 1/91628 (0.0%)

There are no bond length outliers.

All (1) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
9 R 215 | PRO | N-CA-CB | 6.83 110.52 103.00

There are no chirality outliers.

There are no planarity outliers.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#model_quality
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5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry-related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 4041 0 4205 115 0
1 I 4041 0 4205 101 0
2 B 3898 0 4008 81 0
2 J 3924 0 4036 93 0
3 C 4055 0 4189 117 0
3 K 4073 0 4215 116 0
4 D 3908 0 4115 92 0
4 L 3919 0 4128 92 0
5 E 4050 0 4174 124 0
5 M 4050 0 4174 96 0
6 F 4028 0 4166 100 0
6 N 4023 0 4161 108 0
7 G 4002 0 4106 80 0
7 O 3995 0 4098 82 0
8 H 4029 0 4099 98 0
8 P 4029 0 4099 85 0
9 Q 1519 0 1496 o7 0
9 R 1533 0 1510 38 0

10 A 27 0 12 0 0
10 B 27 0 12 1 0
10 C 27 0 12 3 0
10 D 27 0 12 3 0
10 E 27 0 12 2 0
10 F 27 0 12 3 0
10 G 27 0 12 3 0
10 H 27 0 12 3 0
10 I 27 0 12 0 0
10 J 27 0 12 2 0
10 K 27 0 12 4 0
10 L 27 0 12 2 0
10 M 27 0 12 1 0
10 N 27 0 12 3 0
10 O 27 0 12 0 0
10 P 27 0 12 2 0
11 A 1 0 0 0 0
11 B 1 0 0 0 0
11 C 1 0 0 0 0

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

Mol | Chain

Non-H

H(model)

H(added)

Clashes

Symm-Clashes

11

—_

0

0

)

11

11

11

11

11

11

11

11

11

11

11

11

12

12

12

12

12

12

12

12

12

12

12

12

12

12

12

IS YA N N N SN S SN TSN VAN TN A TN (e e i e e e B e e e e e e e

(ev] Hev) Hew) Nen] Hen] Hev] Hev) Hen) o] Beol Bev) Hev) Fen) N o) ool Bev] Heo) Heo) ool Hev] Jev] Hev) Neo) ool Rev] Rav) Naw)

12

4

0

— OR[N N RO W R OW R R ROl o| O

Zlglolz 2o = w|l— x|l ol = ool Al w| =] ol oz 2| | = —| —| | Q= | T

—

All

67629

(en] Hew) Hew) Heo] Rev] Jev) Heo) o] o] Beo] Hev) Heo) Ne] N ool Hen] Jen] Heo) ool Rev] Hev) Hev) o) o] Reo] Bev) Hen) Neo) Neo) Ra]

69376

(==} Ben) Hen) Hen) Heo) Hes] Hev] Heo] Hev] Hev] Jeo] Hen] Hev) Jen) Hen] Hes) Jes) fes] Re) Jes) fes) Res] feo) Heo] Heo] Heo] Nev] ev] Nev) Hen)

1547

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 11.

The worst 5 of 1547 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:F:209:GLY:HA3 6:F:363:ILE:O 1.70 0.91
3:C:302:HIS:HB2 | 6:F:334:ASN:HB2 1.57 0.87
4:L:78:LEU:HB3 | 4:L:92:VAL:HG12 1.57 0.85
5:M:529:LYS:HG3 | 7:0:46:ASP:HB2 1.57 0.85

Continued on next page...



Page 23 wwPDB EM Validation Summary Report EMD-35122, 811U

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
8:H:238:LYS:HB3 | 8:H:344:MET:HE2 1.59 0.82

There are no symmetry-related clashes.

5.3 Torsion angles (i)
5.3.1 Protein backbone (3)

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 530/556 (95%) | 496 (94%) | 34 (6%) 0 |
1 I 530/556 (95%) | 498 (94%) | 32 (6%) 0 |
2 B 516/535 (96%) | 484 (94%) | 32 (6%) 0 |
2 J 520/535 (97%) | 495 (95%) | 25 (5%) 0 |
3 C | 520/545 (95%) | 490 (94%) | 30 (6%) 0 100 | 100]
3 K | 522/545 (96%) | 490 (94%) | 32 (6%) 0 (100 [ 100]
4 D 516/539 (96%) | 495 (96%) | 21 (4%) 0 |
4 L 517/539 (96%) | 493 (95%) | 24 (5%) 0 |
5 E | 523/541 (97%) | 494 (94%) | 29 (6%) 0 100 ] [ 100]
5 M | 523/541 (97%) | 501 (96%) | 22 (4%) 0 100 | 100]
6 F 524/531 (99%) | 493 (94%) | 30 (6%) | 1 (0%)

6 N 523/531 (98%) | 490 (94%) | 33 (6%) 0 |
7 G 519/543 (96%) | 487 (94%) | 32 (6%) 0 |
7 0 518/543 (95%) | 496 (96%) | 22 (4%) 0 |
8 H | 527/548 (96%) | 491 (93%) | 36 (7%) 0 100 | 100]
8 P 527/548 (96%) | 500 (95%) | 27 (5%) 0 100 ] [ 100]
9 Q 185/239 (77%) | 166 (90%) | 18 (10%) | 1 (0%) 24 56

9 R 187/239 (78%) | 156 (83%) | 29 (16%) | 2 (1%) 40

All | ALl | 8727/9154 (95%) | 8215 (94%) | 508 (6%) | 4 (0%) | [ 100 | 100
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All (4) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
6 F 186 ILE
9 R 214 LYS
9 Q 190 THR
9 R 210 GLU

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 444 /463 (96%) 444 (100%) 0
1 | 444 /463 (96%) 444 (100%) 0
2 B 412/427 (96%) 412 (100%) 0
2 J 415/427 (97%) 415 (100%) 0
3 C 453 /469 (97%) 453 (100%) 0
3 K 455/469 (97%) 455 (100%) 0
4 D 441/452 (98%) 441 (100%) 0
4 L 442 /452 (98%) 442 (100%) 0
5 E 444 /456 (97%) 444 (100%) 0
5 M 444/456 (97%) 444 (100%) 0
6 F 438/442 (99%) 438 (100%) 0
6 N 438/442 (99%) 438 (100%) 0
7 G 428 /443 (97%) 428 (100%) 0
7 O 427/443 (96%) 427 (100%) 0
8 H 436/452 (96%) 436 (100%) 0
8 P 436/452 (96%) 436 (100%) 0
9 Q 164/215 (76%) 164 (100%) 0
9 R 165/215 (77%) 165 (100%) 0

All All 7326/7638 (96%) | 7326 (100%) 0
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There are no protein residues with a non-rotameric sidechain to report.

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 63
such sidechains are listed below:

Mol | Chain | Res | Type
8 H 50 ASN
7 O 119 GLN
1 I 455 ASN
6 N 214 HIS
9 Q 64 ASN

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 48 ligands modelled in this entry, 16 are monoatomic - leaving 32 for Mogul analysis.

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).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link Counts RMSZg #|Z] > 2| Counts RMSZg #|Z| > 2
12 AF3 I 603 - 0,3,3 - - -
12 AF3 D 603 - 0,3,3 - - -
10 | ADP| B | 601 | 11 |282929| 1.37 | 4 (14%) | 43,4545 | 1.84 | 9 (20%)
12 AF3 F 603 - 0,3,3 - - -
10 | ADP | P |60l | 11 [282929| 1.37 | 5(17%) | 43,4545] 1.81 | 9 (20%)
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. . Bond lengths Bond angles

Mol | Type | Chain | Res | Link | oo RMSZg #4|Z| > 2 | Counts RMSZg MVAES:
10 | ADP L 601 11 | 28,2929 | 1.40 5 (17%) | 43,4545 | 1.85 10 (23%)
12 AF3 G 603 - 0,3,3 - - -
12 AF3 C 603 - 0,3,3 - - -
10 | ADP| D |60l | 11 |282929| 140 | 4 (14%) | 43,4545 | 1.84 | 9 (20%)
12 AF3 E 603 - 0,3,3 - - -
12 AF3 K 603 - 0,3,3 - - -
12 AF3 H 603 - 0,3,3 - - -
10 | ADP H 601 11 | 28,2929 | 1.38 5 (17%) | 43,4545 | 1.80 9 (20%)
10 | ADP | G |60l | 11 [282929| 1.39 | 4 (14%) | 43.4545] 1.83 | 9 (20%)
12 AF3 N 603 - 0,3,3 - - -
10 | ADP | M | 601 | 11 [282929| 1.40 | 4 (14%) | 43,4545| 1.82 | 8 (18%)
12 AF3 P 603 - 0,3,3 - - -
12 AF3 @) 603 - 0,3,3 - - -
12 AF3 M 603 - 0,3,3 - - -
10 | ADP | J |60l | 11 [282929| 1.40 | 4 (14%) | 43.4545] 1.83 | 9 (20%)
10 | ADP K 601 11 | 28,29,29 | 1.40 5 (17%) | 43,4545 | 1.80 10 (23%)
12 AF3 J 603 - 0,3,3 - - -
10 | ADP| E |60l | 11 |282929| 139 | 4 (14%) | 434545 | 1.82 | 8 (18%)
12 AF3 L 603 - 0,3,3 - - -
10 | ADP O 601 11 ]28,29,29 | 1.41 5 (17%) | 43,4545 | 1.84 9 (20%)
12 AF3 A 603 - 0,3,3 - - -
10 | ADP | A [ 601 | 11 [282929| 1.38 | 4 (14%) | 43,4545| 1.85 | 10 (23%)
10 | ADP I 601 11 ]28,29,29 | 1.39 | 4 (14%) | 43,4545 | 1.82 9 (20%)
10 | ADP| C [e601| 11 |282929| 140 | 4 (14%) | 43,4545 | 1.83 | 9 (20%)
10 | ADP F 601 11 ]28,29,29 | 1.39 | 4 (14%) | 43,4545 | 1.83 10 (23%)
12 AF3 B 603 - 0,3,3 - - -
10 | ADP N 601 11 ]28,29,29 | 1.39 | 4 (14%) | 43,4545 | 1.82 10 (23%)

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
10 | ADP E 601 11 - 0/16/32/32 | 0/3/3/3
10 | ADP O 601 11 - 3/16/32/32 | 0/3/3/3
10 | ADP A 601 11 - 0/16/32/32 | 0/3/3/3
10 | ADP G 601 11 - 3/16/32/32 | 0/3/3/3
10 | ADP H 601 11 - 2/16/32/32 | 0/3/3/3

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

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
10 | ADP B 601 11 - 0/16/32/32 | 0/3/3/3
10 | ADP J 601 11 - 1/16/32/32 | 0/3/3/3
10 | ADP I 601 11 - 4/16/32/32 | 0/3/3/3
10 | ADP P 601 11 - 2/16/32/32 | 0/3/3/3
10 | ADP C 601 11 - 1/16/32/32 | 0/3/3/3
10 | ADP F 601 11 - 1/16/32/32 | 0/3/3/3
10 | ADP K 601 11 - 5/16/32/32 | 0/3/3/3
10 | ADP L 601 11 - 0/16/32/32 | 0/3/3/3
10 | ADP N 601 11 - 0/16/32/32 | 0/3/3/3
10 | ADP M 601 11 - 1/16/32/32 | 0/3/3/3
10 | ADP D 601 11 - 1/16/32/32 | 0/3/3/3

The worst 5 of 69 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
10 M 601 | ADP | C5-C4 | 4.61 1.47 1.39
10 F 601 | ADP | C5-C4 | 4.60 1.47 1.39
10 K 601 | ADP | C5-C4 | 4.59 1.47 1.39
10 I 601 | ADP | C5-C4 | 4.58 1.47 1.39
10 J 601 | ADP | C5-C4 | 4.57 1.47 1.39

The worst 5 of 147 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
10 O 601 | ADP | C5-C4-N3 | -6.02 118.43 126.72
10 L 601 | ADP | C5-C4-N3 | -5.96 118.51 126.72
10 D 601 | ADP | C5-C4-N3 | -5.89 118.61 126.72
10 E 601 | ADP | C5-C4-N3 | -5.89 118.61 126.72
10 M 601 | ADP | C5-C4-N3 | -5.86 118.64 126.72

There are no chirality outliers.
5 of 24 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
10 F 601 | ADP | C5-O5-PA-O1A
10 G 601 | ADP | PB-O3A-PA-O5’

10 G 601 | ADP | C5-O5-PA-O2A
10 I 601 | ADP | C5-0O5-PA-O1A
10 I 601 | ADP | C5-0O5-PA-O2A

There are no ring outliers.
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27 monomers are involved in 42 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
12 D 603 | AF3 1 0
10 B 601 | ADP 1 0
12 F 603 | AF3 5 0
10 P 601 | ADP 2 0
10 L 601 | ADP 2 0
12 G 603 | AF3 1 0
12 C 603 | AF3 1 0
10 D 601 | ADP 3 0
12 E 603 | AF3 3 0
12 K 603 | AF3 2 0
12 H 603 | AF3 3 0
10 H 601 | ADP 3 0
10 G 601 | ADP 3 0
12 N 603 | AF3 1 0
10 M 601 | ADP 1 0
12 P 603 | AF3 1 0
12 M 603 | AF3 1 0
10 J 601 | ADP 2 0
10 K 601 | ADP 4 0
12 J 603 | AF3 1 0
10 E 601 | ADP 2 0
12 L 603 | AF3 2 0
12 A 603 | AF3 1 0
10 C 601 | ADP 3 0
10 F 601 | ADP 3 0
12 B 603 | AF3 1 0
10 N 601 | ADP 3 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Ligand ADP N 601

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-35122. These allow visual inspection
of the internal detail of the map and identification of artifacts.

Images derived from a raw map, generated by summing the deposited half-maps, are presented

below the corresponding image components of the primary map to allow further visual inspection
and comparison with those of the primary map.

6.1 Orthogonal projections (i)

6.1.1 Primary map

6.1.2 Raw map


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_visualisation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_projections
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6.2 Central slices (i)

6.2.1 Primary map

X Index: 160 Y Index: 160 Z Index: 160

6.2.2 Raw map

X Index: 160 Y Index: 160 Z Index: 160

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#central_slices
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6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 140 Y Index: 189 Z Index: 157

6.3.2 Raw map

X Index: 136 Y Index: 189 Z Index: 157

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
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6.4 Orthogonal standard-deviation projections (False-color) (i)

6.4.1 Primary map

6.4.2 Raw 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#orthogonal_glow_std

Page 60 wwPDB EM Validation Summary Report EMD-35122, 811U

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 1.23.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

6.5.2 Raw map

These images show the 3D surface of the raw map. The raw map’s contour level was selected so
that its surface encloses the same volume as the primary map does at its recommended contour
level.

6.6 Mask visualisation (i)

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

WORLDWIDE

PROTEIN DATA BANK


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 1.23

Voxel count (logl0)
o
i

D 1 T T T T T
—4 =2 )] 2 4 [¥]
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

40000

35000 +

30000

25000 4
— \olume

Recommended contour
20000 + level 1.23

volume (hm?3)

15000 ~

10000

3000

D T T T T ! !
-4 -2 ] 2 4 6

Contour level

The volume at the recommended contour level is 348 nm?; this corresponds to an approximate
mass of 314 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

of _‘:
2.5 7 H'vl.
0.0 h
1
= —2.5 1 .
g" — Primary map RAPS
= Raw map RAPS
4% —=5.0 A Reported resolution
E 3.24 A+
E _?.5 -
—-10.0 4
—-12.5 4
T T T T T
0.0 0.1 0.2 0.3 0.4

Spatial frequency (4-1)

*Reported resolution corresponds to spatial frequency of 0.309 A1


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

Page 64 wwPDB EM Validation Summary Report EMD-35122, 811U

8 Fourier-Shell correlation (i)

Fourier-Shell Correlation (FSC) is the most commonly used method to estimate the resolution of
single-particle and subtomogram-averaged maps. The shape of the curve depends on the imposed
symmetry, mask and whether or not the two 3D reconstructions used were processed from a
common reference. The reported resolution is shown as a black line. A curve is displayed for the
half-bit criterion in addition to lines showing the 0.143 gold standard cut-off and 0.5 cut-off.

8.1 FSC (D

FSC

1.0 +

0.8

—— Author-provided FSC

o

0.6 7 Unmasked-calculated
s F5C
e  pmmm——————mmmmmmmm—— -
E II -= 0143
v 044 -= 05
S g —— Half-bit

' Reported resolution
024 T Smm—meo N\ 324 A
1 1 e ——_ %hMﬁ.—,ﬂ_,_g...-..-
-0.2 . T T |
0.0 0.1 0.2 0.3 0.4

Spatial frequency (A1)

*Reported resolution corresponds to spatial frequency of 0.309 A2


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
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8.2 Resolution estimates (i)

Resolution estimate (A)

Estimation criterion (FSC cut-off)

0.143 | 0.5 Half-bit
Reported by author 3.24 - -
Author-provided FSC curve | 3.24 | 3.81 3.28
Unmasked-calculated™ 4.37 | 8.43 6.52

*Resolution estimate based on FSC curve calculated by comparison of deposited half-maps. The
value from deposited half-maps intersecting FSC 0.143 CUT-OFF 4.37 differs from the reported

value 3.24 by more than 10 %


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

This section contains information regarding the fit between EMDB map EMD-35122 and PDB
model 8I1U. Per-residue inclusion information can be found in section 3 on page 10.

9.1 Map-model overlay (i)

This section was not generated.

9.2 Q-score mapped to coordinate model (i)

1.0

0.0
W <0.0

The images above show the model with each residue coloured according its Q-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)
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0.0

WO RLDWIDE

er

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_fit
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_overlay
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#qscore_mapped_model
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#ai_mapped_model
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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 (1.23).

9.4 Atom inclusion (i)

Atom inclusion

1.0
o
= 0.8 1
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=
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= —— Backb t
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o Recommended contour
o level 1.23
s 0.4
=
Q
]
[}
[15]
[
L 0.2
D.ﬂ T ) I I I |

—d -2 0 2 4 6
Contour level

At the recommended contour level, 80% of all backbone atoms, 71% 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 (1.23) and Q-score
for the entire model and for each chain.

Chain Atom inclusion Q-score

All 0.7070 B 0.5060

A e 0.6750 B 0.4990

B 0.7600 B 0.5190

C 0.7510 B 0.5170 "
D 0.7300 m 0.5130 '
E 0.7500 B 0.5150

F 0.7340 B 0.5160

G 0.7350 B 0.5150

H 0.7240 B 0.5180

I B 0.6610 B 0.4910

J 0.7480 B 0.5190

K 0.7490 B 0.5130

L 0.7230 B 0.5150 00
M 0.7460 m 0.5150 oo
N 0.7240 B 0.5050

O 0.7380 B 0.5170

P 0.7350 B 0.5140

Q = 0.1210 = 0.3430

R B 0.3170 I 0.3830
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