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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 6.10 A.

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

Metric Percentile Ranks Value
Clashscore IR | . 17
Ramachandran outliers [N [|— 0.5%
Worse Better

0 Percentile relative to all structures

[l Percentile relative to all EM structures

Metric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 114402 924
Ramachandran outliers 111179 726

The table below summarises the geometric issues observed across the polymeric chains. The red,
orange, yellow and green segments on the bar indicate the fraction of residues that contain outliers
for >=3, 2, 1 and 0 types of geometric quality criteria. 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%

Mol | Chain | Length Quality of chain
1 A 846 73% 20% 7%
1 C 846 72% 20% 8%
2 B 827 74% 18% 8%
2 D 827 74% 17% 9%
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2  Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 15185 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 N-METHYL-D-ASPARTATE RECEPTOR GLUNI.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
1 A 83 3865 2299 783 783 0 0
Total C N O
1 C i 3835 2281 77T 777 0 0

There are 28 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 61 GLN ASN | ENGINEERED MUTATION | UNP P35439
A 260 ASP ASN | ENGINEERED MUTATION | UNP P35439
A 371 GLN ASN | ENGINEERED MUTATION | UNP P35439
A 492 GLN ASN | ENGINEERED MUTATION | UNP P35439
A 512 GLN ASN | ENGINEERED MUTATION | UNP P35439
A 615 GLN GLU | ENGINEERED MUTATION | UNP P35439
A 616 SER GLU | ENGINEERED MUTATION | UNP P35439
A 618 SER GLU | ENGINEERED MUTATION | UNP P35439
A 619 THR GLU | ENGINEERED MUTATION | UNP P35439
A 792 GLN ASN | ENGINEERED MUTATION | UNP P35439
A 831 CYS PHE | ENGINEERED MUTATION | UNP P35439
A 865 ASN ARG | ENGINEERED MUTATION | UNP P35439
A 866 GLY ARG | ENGINEERED MUTATION | UNP P35439
A 867 ALA LYS ENGINEERED MUTATION | UNP P35439
C 61 GLN ASN | ENGINEERED MUTATION | UNP P35439
C 260 ASP ASN | ENGINEERED MUTATION | UNP P35439
C 371 GLN ASN | ENGINEERED MUTATION | UNP P35439
C 492 GLN ASN | ENGINEERED MUTATION | UNP P35439
C 512 GLN ASN | ENGINEERED MUTATION | UNP P35439
C 615 GLN GLU | ENGINEERED MUTATION | UNP P35439
C 616 SER GLU | ENGINEERED MUTATION | UNP P35439
C 618 SER GLU | ENGINEERED MUTATION | UNP P35439
C 619 THR GLU | ENGINEERED MUTATION | UNP P35439
C 792 GLN ASN | ENGINEERED MUTATION | UNP P35439
C 831 CYS PHE | ENGINEERED MUTATION | UNP P35439
C 865 ASN ARG | ENGINEERED MUTATION | UNP P35439

W

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

Chain | Residue | Modelled | Actual Comment Reference
C 866 GLY ARG | ENGINEERED MUTATION | UNP P35439
C 867 ALA LYS ENGINEERED MUTATION | UNP P35439
e Molecule 2 is a protein called N-METHYL-D-ASPARTATE RECEPTOR GLUN2B.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O
2 B 763 3765 2239 763 763 0 0
Total C N O
2 b 754 3720 2212 754 754 0 0
There are 12 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
B 26 GLY - EXPRESSION TAG UNP Q00960
B 348 ASP ASN | ENGINEERED MUTATION | UNP Q00960
B 557 CYS ASP | ENGINEERED MUTATION | UNP Q00960
B 588 SER CYS | ENGINEERED MUTATION | UNP Q00960
B 838 SER CYS | ENGINEERED MUTATION | UNP Q00960
B 849 SER CYS | ENGINEERED MUTATION | UNP Q00960
D 26 GLY - EXPRESSION TAG UNP Q00960
D 348 ASP ASN | ENGINEERED MUTATION | UNP Q00960
D 557 CYS ASP | ENGINEERED MUTATION | UNP Q00960
D 588 SER CYS | ENGINEERED MUTATION | UNP Q00960
D 838 SER CYS | ENGINEERED MUTATION | UNP Q00960
D 849 SER CYS | ENGINEERED MUTATION | UNP Q00960
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These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry. 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. 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,
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3 Residue-property plots (i)

are shown in grey.

e Molecule 1: N-METHYL-D-ASPARTATE RECEPTOR GLUN1
Chain A:

8%1S
L¥TD

€¥1d

8ETT

1211
0Z1d

STTH

[43%)]
TTTV

T6A
16T

68V

98b

281

T9b
091

6%V

ShY

chd

8€H

CTEA

0€D

LTA
9TI

ogca

LSTV

eictd

T892l

15744

19CI

6ETA

1€cH
0€TH
6221
82C1
Lgev
9TTlL
STTA

81c4d

602D

7971

94Ty

€973

TSTH

96%3

A

£8%1
28%a

08%D

8.%9
LL%R
9.%D
SL%D

€L%d

639%D
8G%L

9GPI
SGPA

ovPL

TEVR

SOLA

€0LY

TOLI

€€9D

6C9M

LTOV

G6SY

v8gM
08sh
148D
L89S
999
posy
€99A

991
TOSI

6991
899D

2983

8G8A

9681

2681

8%8D

S$81

0%81
6E8NH

9€8D
SE8Y

0€8L

LT8Y

S18Y

0180
6081

908K
€6.LA
68LHM
T8LD
6L.L4
89.LA
L9L7T
99.a
v4aLS
TSI
0G.L4
67.LV
8YLH
TELR

ST.Y

CTLI

8%

20%

72%

e Molecule 1: N-METHYL-D-ASPARTATE RECEPTOR GLUNI1

Chain C:

8ETT

211
0T1d

STTY

a3t
13334

T6A
16T

68Y

98b
g8s

281
180

190
091

6%V

ShY

chd

8E€H

CTEA

0€D

LTA
9T1

eictd

TSCL

£%CS

157448

6ETA
1€cE
0ETH
6221
82T
Leey
92Tl
SgTA
81cd

602D

9813

Z8TL

691a

9971

%911

9GTYH

€974

TSTH

8¥1s
L¥TD

€¥1d

0EPA

9zl

TTHA
114729

6T%1

LI%L

LO%L

cOvM

CT6EH

68EN
88ER

98€H
S8EA

€8N
28€1
T8¢eM

8Led
LLET
9LEN
SLEW
vLET
€LES
CTLER

67€S

Svea
vhed

oved

€621

162l

682D

6.Lcv

9.TS
§.leI

(ks

TLTD

09za

L8gv

96%3

P6vL

£8%1
28%a

08%D

8.L%D
LL%R
9.L%D
SL%D

€L¥%d
TLYA

639%D
8G¥%L

9GvI
9GPA

oYbL

125328

0LV

TOLI

€€9D

6291

L29V

963V
»8gH
088D
LL8SD
$L8S
§98)
993
€994

C99T
71961

6G9T
869D

RLDWIDE
EMDataBank

Unified Data Resource for J0EM

0O
PROTEIN DATA BANK

ZPDE
e

W


http://wwpdb.org/validation/2016/EMValidationReportHelp#residue_plots

SIFXH

wwPDB EM Map/Model Validation Report

Page 6

298y

8984

9981

24981

8%8D

S981

0%81
6E£8H

9€8D
SE8Y

0€8L

LT8Y

ST8yY

S18Y

0180
6081

908K

€6LA

68.LHM

T8LD

6.LL4

89LA

L9.L1

99.a

v49LS

TSLI

0G6.4

6%.LY

8%.H

TELR

ST.Y

TILI

SOLA

N-METHYL-D-ASPARTATE RECEPTOR GLUN2B

e Molecule 2

8%

18%

74%

~
©
I‘I

Chain B

86Td
06TI
78IN
08Th
E€LTL
TLTA
TLTI
0LTS
LOTR
S91d
TOTH
CTETW
8CTH
9TTI
0ZT1

911§

664
86A

693

S9A
oA

98

26a

8¥A

0%I

LET

SEI

£ed

€8€S5

08N

LLED
9LEN

bled
€LEN
TLEN

89€EN
L9871
99¢€T
G9€I
PoeI
€9€A

95€R

2GES

08€es
671

E£PEL
THEN

0%€1

8EEX

PEEN

el

0ozes

1828

082A

6.2S

(444

0%CI

8€TL
LETY

€ETL

0€TT
6221

G021

€021

00s3d
967D

v67M
€671

06%I
687

L8%D
6LYA
€LYY
6975
LS¥D
S8

iEi!
€971

8EVN
LEVD
9EVD
GePd
LT¥D
£€Tva
LI%A
€1%3

60%A

9091
709y

0094

1941

8¥%SS

TLLM

9941
S9LY

CTOLR

09.LL

8G.LY
LG.4

6%LA
6E€LH
9ELT
EELY
TeLd
TELR
0€LI
6T.L4
vTLd
0TLs
£694
689D
89D
TL90
899a
0997
9o
0691
8%9V
vhov
629
et4°h]
0ZoA
9TON
C191

OT9HM

808A

L6LT
96.LH

£6.3
T6LT

S8.LD

€841
T8.Lb

e Molecule 2

08I

9LLA

N-METHYL-D-ASPARTATE RECEPTOR GLUN2B

9%

17%

74%

Chain D

86713
06TI
»8IN
08Th
€LTL
TLIA
TLTI
0LTS
LOTR
S91d
TOTH
CTETW
8TT1H
9TTI
0ZT11

911§

664
86A

698

S9A

SE€I

£ed

el
0zZes
1828
08zA
6.TS

{444

021

8€TL
LeTy

EETL

6221

S0T1

€021

OL%R
eL%Y
69%S
LS%D
S9%H

2552}
E€9%1

8ED)
LEDD
9£%0
9evd
LT99
£290Q
LT9A
€198
6071

90%1

€8ES
08eX
LLED

9LEA

TGST

8%9S

9ESA
fefolefy
YESI
£€9D
TESL
0Tss
9TSN
P18l

609V
809K

0083

967D

v6TM
€671

06%I
687

L8%D

6.L%1

LSLd
6%LA
6ELN
9ELT
EELY
TELQ
TELR
0E.LI
6cld
vTld
0zls
£694
689D
789D
TL9b
899a
0997

YG9N

0891

9TON

2191

OT9M

9091

v09%

0094

808A

L6LT

£€6.3

S8.LD

€8.1
z8Lb

0841

OLLA

TLLM

9941
S9LY

TILR

09.LL

8G.LY

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




Page 7 wwPDB EM Map/Model Validation Report oFXH

4 Experimental information (i)
Property Value Source
Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided Depositor
Number of particles used Not provided Depositor
Resolution determination method | Not provided Depositor
CTF correction method Not provided Depositor
Microscope OTHER Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A”) 100 Depositor
Minimum defocus (nm) 1000 Depositor
Maximum defocus (nm) 2500 Depositor
Magnification 22500 Depositor
Image detector GATAN K2 SUMMIT (4K X 4K) Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

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

. Bond lengths Bond angles
Mol | Chain | pyior i 17150 | RMSZ | #(7] >2
1 A 0.44 | 2/3858 (0.1%) 0.45 0/5360
1 C 0.44 | 2/3828 (0.1%) 0.45 0/5318
2 B 0.27 0/3759 0.44 0/5223
2 D 0.28 0/3712 0.44 0/5154
All All 0.37 | 4/15157 (0.0%) | 0.45 | 0/21055

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying
if the center is modelled as a planar moiety or with the opposite hand. A planarity outlier is
detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms
of a sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
1 A 0 1
1 C 0 1
B 0 1
All All 0 3

All (4) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 C 450 | ASP C-N -16.94 1.02 1.34
1 A 450 | ASP C-N -16.91 1.02 1.34
1 A 209 | GLY C-N -11.09 1.13 1.34
1 C 209 | GLY C-N -11.05 1.13 1.34

There are no bond angle outliers.

There are no chirality outliers.

All (3) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 389 | ASN | Peptide
B 620 | VAL | Peptide

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type | Group
1 C 389 | ASN | Peptide

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 3865 0 1750 102 0
1 C 3835 0 1735 103 0
B 3765 0 1682 88 0
2 D 3720 0 1663 83 0
All All 15185 0 6830 376 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.

All (376) 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:B:668:ASP:H 2:B:672:GLN:H 1.18 0.88
2:D:668:ASP:H 2:D:672:GLN:H 1.18 0.85
1:C:251: THR:O 1:C:255:ALA:HB2 1.82 0.79
1:A:251:THR:O | 1:A:255:ALA:HB2 1.82 0.78
2:B:413:GLU:O 2:B:417:VAL:N 2.18 0.77
2:D:423:ASP:0O 2:D:427:GLY:N 2.17 0.77
2:D:413:GLU:O 2:D:417:VAL:N 2.18 0.77
2:B:423:ASP:O 2:B:427:GLY:N 2.17 0.75
2:B:516:ASN:O 2:B:520:SER:N 2.15 0.74
2:D:668:ASP:O 2:D:672:GLN:N 2.21 0.74
2:B:509:ALA:N 2:B:765:ALA:O 2.20 0.74
1:C:701:ILE:O 1:C:749:ALA:N 2.21 0.73
2:D:516:ASN:O 2:D:520:SER:N 2.15 0.73
2:B:668:ASP:0O 2:B:672:GLN:N 2.21 0.73
2:B:490:ILE:N 2:B:493: THR.:O 2.17 0.72
1:A:701:ILE:O 1:A:749:ALA:N 2.21 0.72
1:C:521:GLY:O 1:C:525:GLU:N 2.19 0.72
1:A:554:PHE:N 1:A:779:PHE:O 2.23 0.71

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

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

2:D:509:ALA:N 2:D:765:ALA:O 2.20 0.71
2:B:496:GLY:O 2:B:500:GLU:N 2.21 0.71
2:B:37:ILE:O 2:B:69:GLU:N 2.25 0.70
2:D:650:LEU:O 2:D:654:MET:CB 2.40 0.70
1:C:554:PHE:N 1:C:779:PHE:O 2.23 0.70
2:D:532: THR:N 2:D:760: THR:O 2.23 0.70
1:A:378:GLN:N 1:A:381:LYS:O 2.22 0.70
2:B:650:LEU:O 2:B:654:MET:CB 2.40 0.69
1:C:562:LEU:N 1:C:750:PHE: O 2.26 0.69
2:B:532: THR:N 2:B:760: THR.:O 2.23 0.69
2:D:37:ILE:O 2:D:69:GLU:N 2.25 0.69
1:A:562:LEU:N 1:A:750:PHE:O 2.26 0.69
2:D:490:1LE:N 2:D:493: THR:O 2.17 0.69
2:B:509:ALA:HB3 2:B:765:ALA:H 1.58 0.69
2:B:366:LEU:O 2:B:374:GLU:N 2.19 0.69
1:A:376:ASN:O 1:A:383:VAL:N 2.21 0.69
1:A:291:GLN:O 1:A:373:SER:N 2.26 0.68
1:C:374:ILE:N 1:C:386:GLY:O 2.26 0.68
2:D:496:GLY:O 2:D:500:GLU:N 2.21 0.68
2:B:732:ASP:O 2:B:736:LEU:N 2.26 0.68
1:C:291:GLN:O 1:C:373:SER:N 2.26 0.68
1:C:559:LEU:HA 1:C:754:SER:H 1.59 0.68
1:A:374:ILE:N 1:A:386:GLY:O 2.26 0.67
2:D:366:LEU:O 2:D:374:GLU:N 2.19 0.67
1:A:375:MET:HA 1:A:385:VAL:H 1.59 0.67
1:A:521:GLY:O 1:A:525:GLU:N 2.19 0.67
2:B:720:SER:O 2:B:724:GLY:N 2.27 0.67
2:D:509:ALA:HB3 | 2:D:765:ALA:H 1.58 0.67
1:A:559:LEU:HA 1:A:754:SER:H 1.59 0.67
1:C:293:.ILE:H 1:C:372: TYR:HA 1.60 0.66
2:B:538:VAL:O 2:B:749:VAL:N 2.18 0.66
1:A:402: TRP:H 1:A:407:-THR:HA 1.59 0.66
2:D:538:VAL:O 2:D:749:VAL:N 2.18 0.66
1:C:402: TRP:H 1:C:407:THR:HA 1.59 0.66
1:A:564:LYS:HA 1:A:767:LEU:HA 1.78 0.66
2:D:720:SER:O 2:D:724:GLY:N 2.28 0.66
2:B:772: TRP:O 2:B:776: VAL:N 2.26 0.66
1:C:375:MET:HA 1:C:385:VAL:H 1.59 0.66
2:B:689:GLY:O 2:B:693:ARG:N 2.28 0.66
1:A:293:ILE:H 1:A:372: TYR:HA 1.60 0.65
2:B:352:SER:N 2:B:356: TYR:O 2.26 0.65

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

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:A:225:VAL:O 1:A:229:LEU:N 2.27 0.65
1:C:458: THR:HA | 1:C:473:PRO:HA 1.79 0.65
1:A:558:GLY:O 1:A:754:SER:N 2.29 0.65
1:C:836:GLY:O 1:C:840:LEU:CB 2.45 0.65
2:D:533:GLY:O 2:D:733:ALA:N 2.23 0.65
1:C:227:ALA:O 1:C:231:GLU:CB 2.45 0.65
2:D:364:ILE:O 2:D:376:VAL:N 2.30 0.65
1:C:525:GLU:O 1:C:529:GLY:N 2.30 0.65
1:A:836:GLY:O 1:A:840:LEU:CB 2.45 0.64
1:C:272:GLU:O 1:C:276:SER:N 2.25 0.64
1:C:478:GLY:O 1:C:482:ASP:N 2.27 0.64
1:C:564:LYS:HA 1:C:767:LEU:HA 1.78 0.64
1:A:272:GLU:O 1:A:276:SER:N 2.25 0.64
1:A:848:GLY:O 1:A:852:ILE:CB 2.46 0.64
2:D:437:GLN:HA | 2:D:454:LYS:HA 1.80 0.64
2:D:469:SER:O 2:D:473:LYS:N 2.31 0.64
1:A:227:ALA:O 1:A:231:GLU:CB 2.45 0.64
2:B:533:GLY:O 2:B:733:ALA:N 2.23 0.64
2:D:732:ASP:O 2:D:736:LEU:N 2.26 0.64
1:C:378:GLN:N 1:C:381:LYS:O 2.22 0.64
2:D:772:TRP:O 2:D:776:VAL:N 2.26 0.64
1:A:45:ALA:O 1:A:49:ALA:HB2 1.99 0.63
1:C:558:GLY:O 1:C:754:SER:N 2.30 0.63
1:A:525:GLU:O 1:A:529:GLY:N 2.30 0.63
2:D:689:GLY:O 2:D:693:ARG:N 2.28 0.63
2:B:437:GLN:HA | 2:B:454:LYS:HA 1.80 0.63
1:C:376:ASN:O 1:C:383:VAL:N 2.21 0.63
1:C:858: TYR:O 1:C:862:LYS:CB 2.46 0.63
1:A:458: THR:HA | 1:A:473:PRO:HA 1.79 0.63
1:A:858:TYR:O 1:A:862:LYS:CB 2.46 0.63
2:D:180:GLN:O 2:D:184:ASN:CB 2.47 0.63
1:C:848:GLY:O 1:C:852:ILE:CB 2.46 0.63
1:C:45:ALA:O 1:C:49:ALA:HB2 1.99 0.63
2:B:469:SER:O 2:B:473:LYS:N 2.31 0.62
1:C:629: TRP:O 1:C:633:GLY:HA3 1.99 0.62
1:A:120:GLY:N 1:A:138:LEU:O 2.28 0.62
2:B:180:GLN:O 2:B:184:ASN:CB 2.47 0.62
2:D:435:PRO:HA 2:D:457:CYS:H 1.64 0.62
1:A:478:GLY:O 1:A:482:ASP:N 2.27 0.62
1:A:629:TRP:O 1:A:633:GLY:HA3 1.99 0.62
1:C:225:VAL:O 1:C:229:LEU:N 2.27 0.62
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2:B:435:PRO:HA 2:B:457:CYS:H 1.64 0.62
2:D:380:LYS:N 2:D:383:SER:O 2.32 0.62
2:B:343: THR:HA 2:B:349:L.EU:H 1.65 0.62
2:B:364:.1LE:O 2:B:376:VAL:N 2.30 0.62
2:D:172:VAL:N 2:D:229:LEU:O 2.31 0.62
2:B:380:LYS:N 2:B:383:SER:O 2.33 0.61
2:D:161:MET:O 2:D:165:ASP:N 2.33 0.61
2:B:172:VAL:N 2:B:229:LEU:O 2.31 0.61
2:B:167:TYR:O 2:B:198:GLU:N 2.34 0.61
1:C:705:VAL:HA 1:C:732:TYR:H 1.66 0.61
2:D:367:LEU:HA | 2:D:373:TRP:HA 1.83 0.60
2:D:684:GLY:O 2:D:730:ILE:N 2.34 0.60
2:D:167:TYR:O 2:D:198:GLU:N 2.34 0.60
2:B:409:VAL:HA 2:B:479:TYR:O 2.02 0.60
2:B:684:GLY:O 2:B:730:ILE:N 2.34 0.60
1:C:120:GLY:N 1:C:138:LEU:O 2.28 0.60
2:B:161:MET:O 2:B:165:ASP:N 2.33 0.60
2:D:343: THR:HA 2:D:349:LEU:H 1.65 0.60
1:A:705:VAL:HA 1:A:732: TYR:H 1.66 0.60
2:D:116:SER:O 2:D:120:LEU:N 2.35 0.60
2:B:367:LEU:HA | 2:B:373:TRP:HA 1.83 0.60
1:C:509:GLU:N 1:C:518:GLU:O 2.35 0.59
1:C:27:VAL:H 1:C:60:LEU:HA 1.67 0.59
1:A:534:1LE:O 1:A:782:GLY:N 2.28 0.59
2:D:409:VAL:HA 2:D:479:TYR:O 2.01 0.59
2:D:535:SER:O 2:D:731:TYR:N 2.34 0.58
1:A:27:VAL:H 1:A:60:LEU:HA 1.67 0.58
1:A:374:ILE:O 1:A:385:VAL:N 2.36 0.58
1:A:509:GLU:N 1:A:518:GLU:O 2.35 0.58
1:C:374:1ILE:O 1:C:385:VAL:N 2.36 0.58
2:B:116:SER:O 2:B:120:LEU:N 2.35 0.58
1:A:789: TRP:O 1:A:793:VAL:CB 2.52 0.58
1:A:426:GLN:O 1:A:430:VAL:N 2.26 0.58
1:C:789: TRP:O 1:C:793:VAL:CB 2.52 0.57
2:B:438:LYS:O 2:B:453:ILE:N 2.36 0.57
2:B:736:LEU:O 2:B:739:MET:N 2.37 0.57
1:A:251:THR:O 1:A:255:ALA:CB 2.51 0.57
2:B:364:ILE:N 2:B:377:GLY:O 2.31 0.57
2:D:438:LYS:N 2:D:453:ILE:O 2.37 0.57
2:D:736:LEU:O 2:D:739:MET:N 2.37 0.57
2:B:171:.1LE:O 2:B:203:LEU:N 2.30 0.57
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1:C:534:ILE:O 1:C:782:GLY:N 2.28 0.57
2:D:438:LYS:O 2:D:453:ILE:N 2.36 0.57
2:D:170:SER:O 2:D:229:LEU:N 2.37 0.57
2:D:352:SER:N 2:D:356:TYR:O 2.26 0.57
1:A:32:VAL:N 1:A:91:LEU:O 2.36 0.56
2:B:170:SER:O 2:B:229:LEU:N 2.37 0.56
2:B:438:LYS:N 2:B:453:ILE:O 2.37 0.56
1:C:169:ASP:H 1:C:218:PHE:C 2.09 0.56
1:C:251:THR:O 1:C:255:ALA:CB 2.51 0.56
1:C:559:LEU:HA 1:C:754:SER:N 2.21 0.56
2:D:342:VAL:O 2:D:350:SER:N 2.39 0.56
1:A:169:ASP:H 1:A:218:PHE:C 2.09 0.56
1:A:559:LEU:HA 1:A:754:SER:N 2.21 0.56
2:D:364:1LE:N 2:D:377:GLY:O 2.31 0.56
2:D:436:CYS:O 2:D:455:LYS:N 2.30 0.55
2:B:782:GLN:O 2:B:785:GLY:N 2.39 0.55
2:D:35:1LE:O 2:D:67:ARG:N 2.31 0.55
1:C:226: THR.:O 1:C:230:MET:CB 2.55 0.55
2:D:782:GLN:O 2:D:785:GLY:N 2.39 0.55
2:B:342:VAL:O 2:B:350:SER:N 2.39 0.54
2:B:487:GLY:HA2 | 2:B:496:GLY:HA3 1.88 0.54
1:A:810:ASP:O 1:A:815:ARG:N 2.38 0.54
1:A:827:ALA:O 1:A:830: THR:N 2.41 0.54
1:A:226: THR:O 1:A:230:MET:CB 2.55 0.54
2:B:668:ASP:H 2:B:672:GLN:N 1.99 0.54
1:C:827:ALA:O 1:C:830: THR:N 2.41 0.54
2:D:487:GLY:HA2 | 2:D:496:GLY:HA3 1.88 0.54
1:C:810:ASP:O 1:C:815:ARG:N 2.38 0.54
1:C:340:PRO:O 1:C:344:ARG:CB 2.56 0.54
1:C:377.LEU:HA 1:C:382:LEU:HA 1.90 0.54
2:B:606:1LE:O 2:B:610: TRP:CB 2.56 0.54
1:C:166:LEU:O 1:C:243:SER:N 2.41 0.54
1:A:377:LEU:HA | 1:A:382:LEU:HA 1.90 0.53
2:B:612:LEU:HA 2:B:616:ASN:H 1.72 0.53
1:A:166:LEU:O 1:A:243:SER:N 2.41 0.53
1:A:340:PRO:O 1:A:344:ARG:CB 2.56 0.53
1:A:388: TYR:HA 1:A:392:HIS:O 2.09 0.53
2:B:536:VAL:HA 2:B:729:PHE:O 2.08 0.53
1:C:164:ILE:O 1:C:241:ILE:N 2.24 0.53
1:C:345:VAL:O 1:C:349:SER:N 2.42 0.53
1:C:388:TYR:HA 1:C:392:HIS:O 2.09 0.53
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2:B:535:SER:O 2:B:731:TYR:N 2.34 0.53
2:D:536:VAL:HA 2:D:729:PHE:O 2.08 0.53
1:A:345:VAL:O 1:A:349:SER:N 2.42 0.53
1:A:375:MET:HA 1:A:385:VAL:N 2.24 0.53
2:D:606:ILE:O 2:D:610: TRP:CB 2.56 0.53
1:C:426:GLN:O 1:C:430: VAL:N 2.26 0.53
2:D:612:LEU:HA 2:D:616:ASN:H 1.72 0.53
1:A:164:ILE:O 1:A:241:ILE:N 2.24 0.52
2:B:48:VAL:O 2:B:52:ASP:CB 2.58 0.52
1:C:111:ALA:O 1:C:115:ARG:N 2.42 0.52
2:D:171:ILE:O 2:D:203:LEU:N 2.30 0.52
2:D:37:ILE:N 2:D:67:ARG:O 2.18 0.52
1:A:111:ALA:O 1:A:115:ARG:N 2.42 0.52
2:B:35:ILE:N 2:B:65:VAL:O 2.37 0.52
2:B:334:MET:O 2:B:338:TYR:N 2.32 0.52
2:B:438:LYS:H 2:B:453:1LE:H 1.58 0.52
2:D:233: THR:O 2:D:237:ALA:N 2.42 0.52
1:A:580:GLN:O 1:A:584: TRP:N 2.34 0.52
2:D:668:ASP:H 2:D:672:GLN:N 1.99 0.52
1:A:561:ILE:HA 1:A:751:ILE:HA 1.92 0.52
2:B:233:THR:O 2:B:237:ALA:N 2.42 0.52
1:C:375:MET:HA 1:C:385:VAL:N 2.24 0.52
1:C:417:THR:O 1:C:494: THR:N 2.42 0.52
2:D:48:VAL:O 2:D:52:ASP:CB 2.58 0.52
2:D:35:ILE:N 2:D:65:VAL:O 2.37 0.52
1:C:852:ILE:O 1:C:856:ILE:CB 2.58 0.51
1:A:182:THR:O 1:A:186:GLU:CB 2.59 0.51
1:A:852:ILE:O 1:A:856:ILE:CB 2.58 0.51
2:B:436:CYS:O 2:B:455:LYS:N 2.30 0.51
2:D:438:LYS:H 2:D:453:1LE:H 1.58 0.51
2:D:99:PHE:O 2:D:126:ILE:N 2.35 0.51
1:C:182:THR.:O 1:C:186:GLU:CB 2.59 0.51
1:C:38:HIS:O 1:C:42:PHE:CB 2.59 0.51
2:B:33:PRO:N 2:B:64:VAL:HA 2.26 0.51
1:C:32:VAL:N 1:C:91:LEU:O 2.35 0.51
1:C:92:VAL:O 1:C:121:LEU:N 2.44 0.51
1:A:38:HIS:O 1:A:42:PHE:CB 2.59 0.51
1:A:455:VAL:N 1:A:476:CYS:O 2.38 0.51
1:C:526:LEU:C 1:C:529:GLY:H 2.15 0.50
2:D:548:SER:O 2:D:551:LEU:N 2.44 0.50
1:A:701:ILE:H 1:A:748:HIS:CB 2.24 0.50
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2:B:548:SER:O 2:B:551:LEU:N 2.44 0.50
1:C:169:ASP:N 1:C:218:PHE:O 2.29 0.50
1:C:701:ILE:H 1:C:748:HIS:CB 2.25 0.50
2:B:37:ILE:N 2:B:67:ARG:O 2.18 0.50
1:C:561:ILE:HA 1:C:751:ILE:HA 1.92 0.50
2:D:534:1LE:N 2:D:757:PHE:O 2.39 0.50
1:C:30:GLY:N 1:C:89:ALA:O 2.35 0.50
1:A:526:LEU:C 1:A:529:GLY:H 2.15 0.50
1:A:92:VAL:O 1:A:121:LEU:N 2.44 0.50
1:A:565:LYS:N 1:A:766:ASP:O 2.45 0.49
1:C:431:TYR:N 1:CA7T7:TYR:O 2.45 0.49
2:B:35:ILE:O 2:B:67:ARG:N 2.31 0.49
2:D:334:MET:O 2:D:338:TYR:N 2.32 0.49
1:A:169:ASP:N 1:A:218:PHE:O 2.29 0.49
1:A:417:THR:O 1:A:494: THR:N 2.42 0.49
1:C:565:LYS:N 1:C:766:ASP:O 2.45 0.49
1:A:562:LEU:H 1:A:751:ILE:HA 1.78 0.49
2:B:368:ASN:N 2:B:372:LYS:0O 2.46 0.49
1:A:26:ILE:HA 1:A:59:GLN:O 2.13 0.49
1:A:431:TYR:N 1:A:477:'TYR:O 2.45 0.49
1:C:563:VAL:O 1:C:768:VAL:N 2.31 0.49
2:D:33:PRO:N 2:D:64:VAL:HA 2.26 0.49
2:B:533:GLY:HA2 2:B:758:ALA:O 2.12 0.48
1:C:595:ALA:HB1 | 1:C:627:ALA:HB1 1.95 0.48
2:D:533:GLY:HA2 2:D:758:ALA:O 2.12 0.48
1:A:595:ALA:HB1 | 1:A:627:ALA:HB1 1.95 0.48
1:A:164:ILE:N 1:A:239:VAL:O 2.47 0.48
2:B:280:VAL:HA 2:B:364:ILE:HA 1.96 0.48
2:D:368:ASN:N 2:D:372:LYS:O 2.46 0.48
2:B:534:1ILE:N 2:B:757:PHE:O 2.39 0.48
1:C:703:ALA:O 1:C:751:1LE:N 2.46 0.48
1:A:703:ALA:O 1:A:751:ILE:N 2.46 0.48
1:C:26:ILE:HA 1:C:59:GLN:O 2.13 0.48
1:C:562:LEU:H 1:C:751:ILE:HA 1.78 0.48
1:C:164:ILE:N 1:C:239:VAL:O 2.47 0.48
1:A:30:GLY:N 1:A:89:ALA:O 2.35 0.48
1:A:459:GLY:N 1:A:472:VAL:O 2.32 0.48
1:C:580:GLN:O 1:C:584: TRP:N 2.34 0.48
1:A:402: TRP:N 1:A:407: THR:HA 2.27 0.47
1:C:166:LEU:N 1:C:241:ILE:O 2.32 0.47
1:C:419:LEU:O 1:C:496:GLU:N 2.39 0.47
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1:A:27:VAL:O 1:A:61:GLN:N 2.35 0.47
2:D:280:VAL:HA 2:D:364:ILE:HA 1.96 0.47
1:A:271:GLY:O 1:A:275:ILE:N 2.43 0.47
1:A:143:PRO:O 1:A:147:GLN:N 2.47 0.47
2:B:489:LYS:HA 2:B:494: TRP:HA 1.96 0.47
2:D:489:LYS:HA | 2:D:494:TRP:HA 1.97 0.47
2:D:508:MET:HA | 2:D:766:1LE:HA 1.97 0.47
1:C:459:GLY:N 1:C:472:VAL:O 2.32 0.47
2:B:508:MET:HA 2:B:766:ILE:HA 1.97 0.46
1:C:293:ILE:N 1:C:372: TYR:HA 2.29 0.46
1:A:712:ILE:O 1:A:715:ARG:N 2.48 0.46
2:B:281:SER:N 2:B:363:VAL:O 2.38 0.46
2:B:320:SER:O 2:B:324: THR:N 2.49 0.46
1:C:456:ILE:HA 1:C:475:CYS:HA 1.98 0.46
1:A:82:LEU:O 1:A:86:GLN:N 2.48 0.46
1:C:480:CYS:O 1:C:483:LEU:N 2.49 0.46
1:C:712:1ILE:O 1:C:715:ARG:N 2.48 0.46
1:A:480:CYS:0O 1:A:483:LEU:N 2.49 0.46
1:C:112:GLY:C 1:C:115:ARG:H 2.19 0.46
2:D:52:ASP:0O 2:D:56:LYS:N 2.36 0.46
1:A:112:GLY:C 1:A:115:ARG:H 2.19 0.46
1:A:257:ALA:C 1:A:260:ASP:H 2.20 0.46
1:A:446: THR:N 1:A:450:ASP:O 2.49 0.46
1:C:82:LEU:O 1:C:86:GLN:N 2.48 0.46
1:C:446: THR:N 1:C:450:ASP:O 2.49 0.45
1:A:456:ILE:HA 1:A:475:CYS:HA 1.98 0.45
2:B:279:SER:N 2:B:365:ILE:O 2.47 0.45
2:D:320:SER:O 2:D:324:THR:N 2.49 0.45
1:C:143:PRO:O 1:C:147:GLN:N 2.47 0.45
1:C:455:VAL:N 1:C:476:CYS:O 2.38 0.45
2:D:281:SER:N 2:D:363:VAL:O 2.38 0.45
1:A:565:LYS:H 1:A:767:LEU:HA 1.82 0.45
1:C:275:ILE:O 1:C:279:ALA:HB3 2.17 0.45
1:C:257:ALA:C 1:C:260:ASP:H 2.20 0.45
2:D:342:VAL:O 2:D:349:.LEU:N 2.50 0.45
2:D:128:GLY:O 2:D:132:MET:N 2.50 0.45
2:D:279:SER:N 2:D:365:ILE:O 2.47 0.45
2:B:792:LEU:O 2:B:796: TRP:N 2.45 0.45
2:B:793:GLU:HA 2:B:797.LEU:N 2.32 0.45
1:A:166:LEU:N 1:A:241:ILE:O 2.32 0.44
2:B:128:GLY:O 2:B:132:MET:N 2.50 0.44
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1:C:27:VAL:O 1:C:61:GLN:N 2.35 0.44
2:B:342:VAL:O 2:B:349:LEU:N 2.50 0.44
1:C:402: TRP:N 1:C:407:-THR:HA 2.28 0.44
2:B:173: THR:O 2:B:205:LEU:N 2.50 0.44
1:C:81:ASP:O 1:C:85:SER:N 2.43 0.44
2:D:793:GLU:HA 2:D:797:LEU:N 2.32 0.44
1:A:275:ILE:O 1:A:279:ALA:HB3 2.17 0.44
2:D:40:ILE:N 2:D:98:VAL:O 2.33 0.44
1:C:421:1ILE:O 1:C:498:HIS:N 2.43 0.44
1:C:419:LEU:N 1:C:494: THR:O 2.42 0.44
1:C:574:SER:O 1:C:577:GLN:N 2.51 0.44
1:A:293:ILE:N 1:A:372: TYR:HA 2.29 0.44
1:A:422:VAL:HA 1:A:498:HIS:O 2.18 0.44
2:D:514:THR:HA | 2:D:762:TYR:HA 2.00 0.44
1:A:835:ALA:O 1:A:839:MET:CB 2.66 0.44
2:B:99:PHE:O 2:B:126:1LE:N 2.35 0.44
1:C:422:VAL:HA 1:C:498:HIS:O 2.18 0.44
1:C:835:ALA:O 1:C:839:MET:CB 2.66 0.43
2:D:173: THR:O 2:D:205:LEU:N 2.50 0.43
1:C:565:LYS:H 1:C:767:LEU:HA 1.82 0.43
1:A:148:SER:O 1:A:151:TRP:N 2.52 0.43
1:C:148:SER:O 1:C:151: TRP:N 2.52 0.43
2:D:413:GLU:H 2:D:417:VAL:CB 2.30 0.43
2:D:490:1LE:N 2:D:494: TRP:HA 2.33 0.43
1:A:419:LEU:O 1:A:496:GLU:N 2.39 0.43
1:A:524:GLY:O 1:A:528:SER:N 2.35 0.43
1:A:574:SER:O 1:A:577:GLN:N 2.51 0.43
2:B:413:GLU:H 2:B:417:VAL:CB 2.30 0.43
1:A:806:MET:O 1:A:809:LEU:N 2.52 0.43
2:B:281:SER.:O 2:B:363:VAL:N 2.50 0.43
2:B:514: THR:HA | 2:B:762:TYR:HA 2.00 0.43
2:B:40:ILE:N 2:B:98:VAL:O 2.33 0.43
1:C:806:MET:O 1:C:809:LEU:N 2.52 0.43
1:C:507: THR:O 1:C:519:TRP:HA 2.19 0.42
2:D:344:PHE:N 2:D:347:ARG:O 2.40 0.42
1:A:507: THR:O 1:A:519:TRP:HA 2.19 0.42
1:A:563:VAL:O 1:A:768:VAL:N 2.31 0.42
2:B:490:ILE:N 2:B:494: TRP:HA 2.34 0.42
1:C:825:ALA:O 1:C:827:ALA:N 2.52 0.42
2:D:238: THR:O 2:D:242:GLU:CB 2.67 0.42
1:C:169:ASP:N 1:C:218:PHE:H 2.18 0.42
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1:A:270:VAL:O 1:A:289:GLY:HA2 2.20 0.42
1:C:520:ASN:C 1:C:524:GLY:H 2.23 0.42
2:D:780:ILE:O 2:D:783:LEU:N 2.53 0.42
1:C:271:GLY:O 1:C:275:1LE:N 2.43 0.41
1:C:270:VAL:O 1:C:289:GLY:HA2 2.20 0.41
2:B:238: THR:O 2:B:242:GLU:CB 2.68 0.41
2:B:52:ASP:O 2:B:56:LYS:N 2.36 0.41
2:D:438:LYS:H 2:D:453:ILE:N 2.18 0.41
2:B:780:1LE:O 2:B:783:LEU:N 2.53 0.41
1:A:169:ASP:N 1:A:218:PHE:H 2.18 0.41
1:A:520:ASN:C 1:A:524:GLY:H 2.23 0.41
1:A:153:GLU:O 1:A:156:ARG:N 2.53 0.41
2:B:438:LYS:H 2:B:453:ILE:N 2.18 0.41
2:B:644:ALA:O 2:B:648:ALA:HB2 2.20 0.41
1:C:225:VAL:O 1:C:228:LEU:N 2.54 0.41
1:A:225:VAL:O 1:A:228:LEU:N 2.54 0.41
1:A:845:1LE:O 1:A:848:GLY:N 2.54 0.41
1:C:524:GLY:O 1:C:528:SER:N 2.35 0.41
1:A:419:LEU:N 1:A:494: THR:O 2.42 0.41
2:D:600:PHE:O 2:D:604:LYS:N 2.54 0.41
1:A:338:THR:O 1:A:342:PHE:N 2.43 0.41
2:B:600:PHE:O 2:B:604:LYS:N 2.54 0.41
2:D:406:LEU:CB | 2:D:476:TYR:HA 2.51 0.41
2:B:172:VAL:O 2:B:230.LEU:HA 2.21 0.40
1:C:153:GLU:O 1:C:156:ARG:N 2.53 0.40
1:A:45:ALA:O 1:A:49:ALA:CB 2.68 0.40
2:B:793:GLU:HA 2:B:797.LEU:H 1.86 0.40
2:B:33:PRO:O 2:B:65:VAL:N 2.26 0.40
2:B:625:GLY:O 2:B:629:LYS:N 2.54 0.40
1:C:845:1LE:O 1:C:848:GLY:N 2.54 0.40

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.
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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 769/846 (91%) 688 (90%) | 80 (10%) | 1 (0%) 56 |90
1 C 763/846 (90%) 682 (89%) | 80 (10%) | 1 (0%) 56 190
2 B 751/827 (91%) 685 (91%) | 60 (8%) 6 (1%) 2469
2 D 738/827 (89%) 675 (92%) | 57 (8%) 6 (1%) 24 69

All All 3021/3346 (90%) | 2730 (90%) | 277 (9%) | 14 (0%) 38 T

All (14) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 B 660 VAL
2 D 660 VAL
2 B 808 VAL
2 D 808 VAL
2 B 538 VAL
2 D 038 VAL
1 A 270 VAL
1 C 270 VAL
2 B 340 ILE
2 D 340 ILE
2 B 190 ILE
2 B 240 ILE
2 D 190 ILE
2 D 240 ILE

5.3.2 Protein sidechains (1)

There are no protein residues with a non-rotameric sidechain to report in this entry.

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.
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5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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