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This is a wwPDB X-ray Structure 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 /Xray 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:

MolProbity : 4.02b-467

Xtriage (Phenix) : NOT EXECUTED
EDS : NOT EXECUTED
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.36
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https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 4.00 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 )
Ramachandran outliers M 19.7%
Sidechain outliers | D S99
Worse Better

I Percentile relative to all X-ray structures

[I Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 141614 1148 (4.30-3.70)
Ramachandran outliers 138981 1108 (4.30-3.70)
Sidechain outliers 138945 1099 (4.30-3.70)

The table below summarises the geometric issues observed across the polymeric chains and their
fit to the electron density. The red, orange, yellow and green segments of the lower 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%

Note EDS was not executed.

Mol | Chain | Length Quality of chain

1 A 618 VIS 59% 21% 5%
1 C 618 B VIS 59% 20% 5%
1 E 618 B VIS 59% 20% 5%
1 G 618 aw 59% 20% 5%
1 I 618 T 59% 20% " 5%
1 K 618 T 60% 20% " 5%
2 B 584 s 59% 23% -
2 D 584 e 59% 23% -

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

Mol | Chain | Length Quality of chain
2 F 584 e 59% 23% -
2 H 584 s 59% 23% -
2 J 584 law 59% 23% -
2 L 584 law 59% 23% -
3 M 423 23% 54% 14% - 8%
3 N 423 23% 54% 14% - 8%
3 O 423 22% 55% 13% - 8%
3 P 423 22% 55% 14% - 8%
3 R 423 22% 56% 13% - 8%
3 \Y 423 22% 56% 13% - 8%
4 Q 158 20% 54% 19% T6%
4 S 158 22% 53% 18% T6%
4 T 158 22% 53% 18% 6%
4 U 158 22% 53% 18% 6%
4 W 158 22% 53% 18% Yo%
4 X 158 22% 53% 18% "%
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 81744 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, 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 ADAPTER-RELATED PROTEIN COMPLEX 1 GAMMA 1

SUBUNIT.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 590 Total C N O S 0 0 1

4663 2933 821 869 40

Total C N O S
1 C 590 4663 2933 821 &69 40 0 0 1

Total C N O S
1 2 590 4663 2933 821 869 40 0 0 1

Total C N O S
L G 590 4663 2933 821 869 40 0 0 L

Total C N O S
1 I 590 4663 2933 821 869 40 0 0 1

Total C N O S
1 K 590 4663 2933 821 869 40 0 0 1

e Molecule 2 is a protein called ADAPTER-RELATED PROTEIN COMPLEX 1 BETA 1

SUBUNIT.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
9 B 576 Total C N O S 0 0 .

4558 2907 750 874 27

Total C N O S
2 b 576 4558 2907 750 874 27 0 0 1

Total C N O S
2 K 576 4558 2007 750 874 27 0 0 1

Total C N O S
2 H 576 4558 2007 750 874 27 0 0 1

Total C N O S
2 J 576 4558 2907 750 874 27 0 0 1

Total C N O S
2 L 576 4558 2907 750 874 27 0 0 1

There are 18 discrepancies between the modelled and reference sequences:


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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Chain | Residue | Modelled | Actual | Comment | Reference
B 155 MET LEU conflict UNP P52303
B 439 ASP LEU conflict UNP P52303
B 459 SER ILE conflict UNP P52303
D 155 MET LEU conflict UNP P52303
D 439 ASP LEU conflict UNP P52303
D 459 SER ILE conflict UNP P52303
F 155 MET LEU conflict UNP P52303
F 439 ASP LEU conflict UNP P52303
F 459 SER ILE conflict UNP P52303
H 155 MET LEU conflict UNP P52303
H 439 ASP LEU conflict UNP P52303
H 459 SER ILE conflict UNP P52303
J 155 MET LEU conflict UNP P52303
J 439 ASP LEU conflict UNP P52303
J 459 SER ILE conflict UNP P52303
L 155 MET LEU conflict UNP P52303
L 439 ASP LEU conflict UNP P52303
L 459 SER ILE conflict UNP P52303

e Molecule 3 is a protein called ADAPTOR-RELATED PROTEIN COMPLEX 1, MU 1 SUB-

UNIT.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
5| M 5| yite 012 s 500 14 0 0 0
3 N 388 2(1)2%1 2(512 51?\31 5(7)9 1S4 0 0 0
3 O 388 g?g%l 2(512 51?\31 5(7)9 1S4 0 0 0
3 P 388 g?gzl 2(()212 51?\31 5(7)9 1S4 0 0 0
3 R 388 g?gzl 2(512 51;1 5(7)9 1S4 0 0 0
3 v 388 2(1)221 2(512 51?\)Il 5(7)9 1S4 0 0 0

There are 12 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
M 134 PHE TYR conflict UNP P35585
M 406 ILE LEU conflict UNP P35585
N 134 PHE TYR conflict UNP P35585
N 406 ILE LEU conflict UNP P35585

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

Chain | Residue | Modelled | Actual | Comment | Reference
0] 134 PHE TYR conflict UNP P35585
O 406 ILE LEU conflict UNP P35585
P 134 PHE TYR conflict UNP P35585
P 406 ILE LEU conflict UNP P35585
R 134 PHE TYR conflict UNP P35585
R 406 ILE LEU conflict UNP P35585
\Y% 134 PHE TYR conflict UNP P35585
A% 406 ILE LEU conflict UNP P35585

e Molecule 4 is a protein called ADAPTER-RELATED PROTEIN COMPLEX 1 SIGMA 1A

SUBUNIT.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 Q 149 rf;gé;l SE)JO 21(\)13 2(2)3 181 0 0 1
4 5 149 ngé;l 8%0 21(\)13 2(2)3 181 0 0 1
s 19| 50 g0 o 9% 1 0 0 !
Y 19| 50 g0 0 9 11 ! 0 !
LW 19| 150 s 0 9% 11 ! 0 !
L4 19| 50 g0 oo 933 1) ! 0 !
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The first

graphic for a chain summarises the proportions of the various outlier classes displayed in the second
graphic. The second graphic shows the sequence view annotated by issues in geometry. 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, are shown in grey.

Note EDS was not executed.

e Molecule 1: ADAPTER-RELATED PROTEIN COMPLEX 1 GAMMA 1 SUBUNIT

« 5%

21%

59%

14%

Chain A:

ovd

EYN

ovd
6ed

LES

Sed
el

(43 4
T€0
0€d

8zh
pXan
9TH

44"
oracs

1144

6T.L

1211
0Z1d
611D
8TTA
L1174
9TTd
STTL

€TTH

LOTI

70Tl

1071
00TH
66A
86d
160
964
S64

€61

16T
06K
68Y
88D
18T
984

81

8
780

6.4

11D

SLY
PLI
€LT

TLT

6G1

S¥C1

€¥2d

%S

6ECH

SECH
veca

(4143

62CS

TTCH

6021
80TN

902d
S02S

€023

00zd

8611
L6TT
96TA

v61S
€6TL
C6TH
1671

88TH

98T

8CEY

T2ed

6TEN
8T€T

9T1€4d

¥1ed

(45598

0T€I
60V
80€1

88¥A
L8¥'1

S8%Q

€8%A
28%d

08%1
6.%D

SLSH

€LSK
TLSY
TLSH

6991

9984

€95V
2954
1950
0950
65ST
8554

e Molecule 1: ADAPTER-RELATED PROTEIN COMPLEX 1 GAMMA 1 SUBUNIT

« 5%

20%

59%

14%

Chain C:

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W


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

wwPDB X-ray Structure Validation Summary Report 1W63

Page 8

o
0 w0
=<

[
Sy
=

3¢9
Bo>om

)
i
=

233
ok e

o - < v ~
m M m l"’g ™
[SIRSRE =] wn

©
)
o

L21
9TH

44"
oracs
cea
144

6T.L

(45"

cd

1071
00TH

66A
86d
160
964
S64

€61

16T

© ) o
© Q <2}
>~ o =

6.4

L1D

SLY
¥LI
€LT

TLT
0.0
190
999

V9H

29d
T9X

o
©
o

@
re)
.

LYTH
A%,

€v1a
(4498
wid
0%1D

8ETT
LETA
9ETH

1€1S

6T

9CT1

1211
(4 5]

veca

CETS

0€TH
62CS

€124

TTCH

6021
80CN

902d
$S0ZS

€023

00zd

86TT
L6TT
96TA

761
€6TL

344

Eizd]

1828

6,24

T9za
09za

S¥C1

T2ed

6TEN

8T€T

91ed

¥1€d

9TvYd

v17S

(4544

88¥%A
L8%1

S8%a

€8%4
28%d

08%I
6.%0

89¥%S
LOVA
99%a

Pov1
€9%1

SS7L

CSYH

0S%d
677N

CEVA

6CVV

*

€157
CISA
1188

6051
80SI

9081
S0SA
7033

2084

00SA
6670
86V1
L6%d

£6vd
2670
1670

06SA
6854

98SA
S98Sd

£89Y4

1891

SLSH

€LSK
TLSA
TLSH

6951

995X

ADAPTER-RELATED PROTEIN COMPLEX 1 GAMMA 1 SUBUNIT

SGGST

e Molecule 1

€GSS
(4P

5%

20%

59%

: 14%

Chain E

o
w0 w0
=<

[
oy
=

< w0 ©
<+ F <
B>

o0
<
=

28
g3

8ed

o o < v ~
m M m t')g ™
MmO < =] wn

«Q
N
(=4

pran

©
o
IIS:

74

T61
06K
68Y
88D
181
984

81
€84
(454
780

o
~
I"‘I

~
~
o

SLV

o
NS
-

TLT
0.0

190
999

Y9H

29d
T9X
09D
651

€811

8L1V
LL1d
9LTT
SL14

€L13

TLTT

89TA

S9TI
vo1A
€9TH

191V
0970
6STT

LSTV
98TH
SSTH
vSTY
€811
TSTA

LY
o9v1T

P
(4498
wid
0%1D

i
1

8ETT
LETA

T€TS

6CTH

9211
SCTL

1211

£¥cd

ves

6ETH

SECH
veca

{4443

0€Td
62CS

SeeTN
¥Ten
€2T1
{444y

6121

™ © N~
- o
g N NN

= o

T1CH

6021
80CH

902d
S0CS

€024

002d

8611
L6TT
96TA

7618
€6TL
C6TH
1611

88TH

©N 0 ;O
85858
(=4 g o

9814

092a

PAA)
9821
9621

€521
[4stans

S¥T1

O

R LDWIDE
PROTEIN DATA BANK

W



1W63

wwPDB X-ray Structure Validation Summary Report

Page 9

S9EV

T2ed

6TEN
81€1

9red
STed
v1ed

(45538

0T€I
60€V
80€T

9174

4548

(454

067D

88YA
L8V'1

S8%a

€8VX
28%d

08%1
6.%D

ELVA
LY
TL%d

89¥S
L9VK
99%a

YovT
€971

To%%
09%4
6971
8574

SSPL

CSVH

LYPN

1791

6E7d
8ETA

9eva
SEVA

EEVA
CEVA

€€ST
2ESA

0€ST
625V
8TSL
L2ST

oracr
2esL
T2sA
0Zss
6TSL
8158

L

60571
80SI

90871
S0SA
7054

20SE

00SA
6670
86¥1
L6%d

€673
2670
1670

ADAPTER-RELATED PROTEIN COMPLEX 1 GAMMA 1 SUBUNIT

e Molecule 1

5%

20%

59%

: 14%

Chain G

[
Sy
=

33
> &

<
S
=

)
i
=

38
23

8ed

3 R@ 5
Hg wn

3]
3¢}
<

€D

o
[}
=]

8zh
21
9TN

74!
foracs
cca
1144

o
~
[

6T.L

STH

N oM S
o 0w Q Qo e albal
A H o 2] M B

iy ©
© ©
I::IU

1211
0z1d
611D
8TTA
L1174
9TTh
STTL

€TTH
LOTI
7011
1071
00TH

860

160
964

€61

—
=2}
]

© 0 P O
© © 0 N
>~ O < =

~
~
o

oM ¢ Ww
[N
aH <

TLT

o
=
o

~
©
o

- N
©0 ©
=

@ o
n ©
I'—’U

98TA

€871

T€1S

6CTH

9211
SCTL

Eizdi]
S¥T1

€¥cd

ves

6ETH

veed

{444

62CS

SN
veen
€2T1
{444y

6121
812h
L12d
9TCA

€124

T1CH

6021
80CH

902d
5028

€023

88TH

80€T
L0EA
90€Y

S9EV

STeY

ciel

0T€I
60EV

1670
06%D

88¥A
L8¥'T

S8%Q

€8VA
[4sics

08%1
6.%D

89%S
L9VK
99%Q

SSPL

CSYH

0S%a
(554718
8¥¥S
LYIN
oYL
SYYI
Yy
€7
{47748
L3448

6€Vd
8EVA

9€Va
SEVA

EEVA
CEVA

€5SS
{4t

€9y
2eslL
TZsA
0zss
6TSL
81SS

L

€151
IS
T1S8S

60ST
80SI

90871
S0SA
7054

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1W63

Page 10

ADAPTER-RELATED PROTEIN COMPLEX 1 GAMMA 1 SUBUNIT

e Molecule 1

5%

20%

59%

15%

Chain I

98I
SSA

€91
(48

—
)
<

0SA
67N

$
~

1728

3
=

g
=

ovd
6eYd
8ed
LES

Sed

Iw
®
-

o
3]
<

T€D

o
%]
IL"1

ee]
2
(=4

Le1

©
]
I=

6T.L

N
A

6.4

11D

)
~
<

[N
[
-

TL1
0.0

290
99D

¥9H

29d
T94
09D
6GT

981X

€8TT

T€TS

6CTH

9211
SCTL

9%Th
S¥C1

€¥2d

1%2s

6ECH

SECH
vecd

[414

0€TH
62CS

SeeN
YT
€2TT
{44y

6121
812h
LTed
9TCA

€12YH

TTZH

6021
80TN

902d
S02S

€023

88TH

0TeI
60V
80€T
LOEA

TLET

S9EV

9YEH

red

12ea

6TEN
8T€T

91ed
STEY
¥1ed

(45538

€673
2670
1670
06%D

88%A
L1871

S8%Q

€8%A
{42578

0871
6.%D

85Sd

€5SS
{4k

LESd
9€5Y
SESL

€€ST
TESA

L

€151
CISA
T1SS

60ST
80SI

9081
S0SA
7053

063SA
68393

9839A
§89d

€854

7891
08ST

AL
9LSH
S.LSH

€LSK
TLSA
TLSH

ADAPTER-RELATED PROTEIN COMPLEX 1 GAMMA 1 SUBUNIT

6991

995Xk

e Molecule 1

€95V
2954
1950
0950
6SST

5%

20%

60%

. 13%

Chain K

o
0
=<

(2}
s
Iz

©
<
=

< w0
< &
B>

o0
<
Iz

ovd

N~ 0 D
M om0
n o

0
]
-

Iw
®
-

N
3]
<

TE€D
0€d

8zb
Le1
9T

4
foract
[44cs
ey

o
~
3

6TL

STY
¥1I

oM
Q 0 o
I“’"L"‘I":l"

SI

cd

6TTD
8TTA
L1714
9TTd
STTL

€TTH

TT11

L0TI

YOTL

TOTT
00TH
66A
860
160
964

0
)
IL""

€61

T61
06K
68Y
889D
181
98K

81
€84
z8Y
780

~
~
o

SLY
YLI
€LT

TL1
040

190
99D

29d
T94
09D
6ST

€811

Ly
9¥TT

R
(4498
137458
0%TD

8ETT
LETA

T€T8

B6CTH

9211
STTL

T2l
0zTd

€¥cd

Tves

6ETH

veca

CTETS

0€ed
62CS
8T

€124

T1CH

6021
80CH

902d
S0CS

€02

88TH

981X

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1W63

Page 11
g

€8VA
28%d

08%I

YovT
€971

T9%%

TEES

62€e1

©
N
™
<

T9za
09zda

L1829
9521 8T€1
g1 L oute1
| veed 9ted
€921 q1eY
2STT ¥1€D
1528 | etel
0821 (4531
8%ty 0T€l
| wen 60EV
oveh 80€T
S7TT LOEA

orast:s
2esl
TCSA
0zss
6TSL
8138

L

€157
CISA
1188

60571
80SI

€894

18971
0891

L1154
9LSK
S.LSH

€LSK
TLSA
TLSH

6951

9954

ADAPTER-RELATED PROTEIN COMPLEX 1 BETA 1 SUBUNIT

SGST

e Molecule 2

€GSS

23%

59%

14%

Chain B
-

N~ o
[T Y] ©
o= =

o < W0
[T T o}
A==

8¥%s
LYA
9%a
Sv

evA
vl

ey
=

0¥%s

SEN
veA
EEV
{4}

0ex
62
8cd

~
N
Ix

0
N
[=]

443

811

€1D
(451
T

[2)
=

© ~
>-lh|

OTTH
60TL
80TH

90TV
SO0TT
YOTY

TO0T1
007d

86d
L6a
964
S$60

(4
T6d
06L
68N

L8Y

S8I1
78V
€8I

78d

9Lk

™
©
I.-II

Toa

08TY

LLTA

ELIN

0LTS

8911

99TH

€910
2911
1914

851Q
LSTd

SSTH
910
€5TV

TSTI

67TH
8¥11
LY
i

¥¥10

(4244
15444
0vTL

9€TA
SETd
veTa
€eTd

TCIA

i

2eTH

6CTA

LTTH

GTTO

€21
ezl

612h
812V
L12M

RtAN
120

1121
012y

80T
L0271
902X

002X

S6TN
7618

0618

60€1
80€T

90€I
SO0EN
voed
€0€T

821

¢STN

0SCH

Lv2d

0LEA

CSEV

0SEN

8vED

CYEW

8€eN

Teed
0€ea

Lze3
9zeN
Sced

E€TEA
ceen
TCEN

6TEH
81N

97€I
STed

€T€Y

T1ED
0TEA

06%X

L8YY

S8Y'T
¥8¥1
€870

SL%a

€LY
TLYD

6974
89%S
L9%4
99%1
S9%T
Y9vd

09%a

[4siZ\8
TSI
0SPM

LYYV

Eigs
4441
7478

Tvvd

LEVA
9€VT
SEVN

60ST
80SS
L0ST

S0Sd

€0SA

6671
8673

Y6
€671
c6vd

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1W63

Page 12

ADAPTER-RELATED PROTEIN COMPLEX 1 BETA 1 SUBUNIT

e Molecule 2

23%

59%

14%

Chain D

N~ o
[T Ts] ©
o= =

SSA

€5a

8%S
L7A
9%
ki

E7A
(429
TV
0¥s

SeN
veA
EEV

N
3¢}
I"'

0oex
6
8¢d

~
N
Ix

wn
I
=]

s

(4
Tea
ozv
614
811

€19
(45’8
T

T0T1
007d

©O I~ 0
D D D
M Aa A

0
(=3
O

o
o
=

T64
061
68N

08TY

LLTA

ELIN

0L1S

8911

99TH

€910
2911
1914

8S91Q
LSTd

SSTH
¥S10
€GTV

TSTI

67 TH
8Y11
LY
Al

Y¥10

(4444
15444
0%TL

9E€TA
SETd
veTa
€eTd

TCIA

i

{4458

6CCTA

1LTTH

S2TTO

€221
eeeI

812V
LTZM

STl
120

1121
(U4}

80271
L0271
902X

0TI
€0CS
zozh

00Tx

S6TN
V618

0618

60€I
80€T

90€I
SO0EN
voex
€0€T

2STN

0SCH

Ly2d

0LEA

€sed
TSEY

0SEN

8vED
LYES

TYEN
T9el

8€eN
Leed

Teed
0€Eq

prays
9zeN
sged

€TEA
ceen
TCEN

6TEH
8T€N

91€I
S1€d

€T€Y

T1€d
0TEA

06%)

L8YY

S8%T
78¥1
€870

1870
08%A
6.0
8LYL

S.%a

€LV
TLYD

09%a

[4siZ\8
TSI
0S¥M

LEVA
9€VT
SEPN

60ST
80SS
L0ST

$0Sb

£0SA

6671
8673

767
€671
c6vd

ADAPTER-RELATED PROTEIN COMPLEX 1 BETA 1 SUBUNIT

e Molecule 2

23%

59%

14%

Chain F

[ S] o
0 0 ©
o= =

SSA

€48d

8%S
LYA
9%
SPA

E7A
vl
TV
oS

SeN
veA
€EY

o
3¢}
=

oex
623
8¢d

~
o
£

0
N
=]

Vs

{4
e
ocy

© o
-
o

€19
(45!
1258

T0T1
00Td

86d
L6d

S60

(4
T6d

(=3
k)
=

[
@
=

L8V
98I
S8I1
8V
€8I

18d

€91

T9a

08TYH

LLTA

E€LIN

0LTS

8911

9913

€91a
2911
1914

8G1d
LGTd

SGTH
ST0
€GTV

TGTI

67 TH
811
LY
il

910

(444
15444
0711

9ETA
SETd
YETA

TCTX

O

R LDWIDE
PROTEIN DATA BANK

W



1W63

wwPDB X-ray Structure Validation Summary Report

Page 13

i

zeTH

6CCA

pxas)

S2TO

€2TT
[44an

8Tey
LTTM

STl
%120

11271
oTey

80TT
L0271
9024

00y

S6TN
761S

06TS

60€T
80€'1

90€T
SOEN
voeyd
€0€T

(44}

0GZH

PAZA:S

0LEA

€ged
[4si4

0GEN

8vED
LYES

CYEN
TPEL

8€eN
LE€A

Teed
0€Eq

Leed
9CEN
Sced

€CEA
ceen
TZEN

6TEH
8TEN

91€1
S1€d

11€d
OTEA

6073
8070

90%A
SO¥A

0674

L8YY

S8%1
¥8Y1
€870

S.7a

€Lvd
TLYD

09%a

2SPA
TSI
0S¥M

LYYV

Svve

E£Y7E

1vva

LEVA
9EVT
SEVN

€550

1954

6%35S
8%SI

SvSu
ks
£vaY
{47288

60571
80SS
L0ST

S0Sh

€0SA

6671
8673

Y6
€671
c6vd

ADAPTER-RELATED PROTEIN COMPLEX 1 BETA 1 SUBUNIT

e Molecule 2

23%

59%

14%

Chain H
-

o
©
=

N~
[T Y]
Iozl

SSA

€5a

8%s
LyA
9va
SvI

E7A
vl
15701
0%7S

SEN
vea
€EV
{4}

0oex
62)
8z

~
o
x

0
N
[=]

¥Zs

811

€10
{458
T

)
=

© ~
>-I-NI

OTTH
60TL
80T

90TV
SO0TT
YOTY

TO0T1
00Td

86d
L6a
964
S$60

(47
Ted
06L
68N

L8Y

S8I1
78V
€8I

T8d

08TY

LLTA

ELIN

0LTS

i

8911

€91Q
2911
1914

8STa
LSTd

SSTH
$ST0
€STV

TSTI

67TH
8¥11
LYTH
VIV

7¥10

(4244
13444
0%TL

9E€TA
SETd
veTa
€eTd

TCIA

L3TH

STTO

€2T1

812V

L12M

R YAN
120

1121
(U544

80TT
L0271
902X

002X

S6TN

821

CSEV

0SEN

8vED

CYEN

8€eY

Teed
0gea

Leed
9CEN
Sced

ETEA
ceen
TCEN

6TEH
81N

9T€I
STed

€T€Y

T1ED
0TEA

06%)

L8YY

S8%1
¥8¥1
€870

SLva

€LY
TLYD

09%a

LS%d
9SPV
SSTA

(4178
TSPI
0SPM

LYPY

SHPY

~ o
< <I'$
.EI$<

LEVA
9€VT
SEVN

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1W63

Page 14

€550

1659

8%SI

9%5d
S7SY

EvSv
(47208

6051
80SS
L0ST

S0sb

€0SA

6671
8673

Y6
€671
c6vd

ADAPTER-RELATED PROTEIN COMPLEX 1 BETA 1 SUBUNIT

e Molecule 2

23%

59%

~
N
Ix

14%

Chain J

N~ o
[T Y] ©
o= =

SSA

€5d

8¥s
LYA
9%a
ki

E7A
(429
TV
0¥%s

SEN
veA
EEV

N
]
IL"1

0oex
6
8cd

Te
N
[=]

s

oM W O~
0 0 00 ©
=aHE<

(44
Tea
ozv
614
811

€19
(45’8
T

T0T1
00Td

N~
D D
C"LI

©
[}
=

[T}
(=3
O

o
o
=

T64d
06L
68N

78d

0814

LLTA

E€LIN

0L1S

i

8911

9913

€910
2911
1914
091D

8SG1a
LGTd

SSTH
ST0
€GTV

TSTI

6V TH
8YTT
LY
Al

Y910

(444
15444
0711

9ETA
SETd
YETA

TCTA

2eTH

122TH

S2TO

€2T1
{44y

8TV
LTTM

STCL
%120

T1e1
(24}

8021
L0271
902A

j{an
€0CS
zozh

002y

S6TN
7618

0618

80€1

90€1
SOEN
voeyd
€0€T

88C'1

98¢d
S8CY
821
€82

1821
0821

LLTK

CTSTN

0SCH

LyTd

€3ed
TSEY

0SEN

8ved
LYES

CYEN
TvEL

8eeN
Leed

Teed
0€Eq

Legex
9CZEN
sged

€CTEN
{448
TZEN

6TEH
8TEN

91€I
S1€d

€T€Y

T1€D
0TEA
60€I

06731

S.%a

€Lvd
TLYD

09%a

LS
98%Y
SSVA

[asi7.8
TSPI
0S¥M

LYYV

Svve
i4441
£YyE

Tvva

€550

73954

6¥%SS
8¥%SI

S¥SY

i |
{448
TYSA

i
€671
2674

ADAPTER-RELATED PROTEIN COMPLEX 1 BETA 1 SUBUNIT

e Molecule 2

23%

59%

14%

o
=
>

Chain L

N~ © o
0 0 ©
IUZIH

M 1
0 W0 0
A= >

8¥S
LA
ova
SvI

EVA
[4AN
TV
0%s

SEX
ven
EEV

o o o
N @ ]
&&II’H

8¢d

~
o
x

0
N
a

¥Zs

o < W0 ~ D O
0 ®© © 0 o
=< H < =B

0 OO - A
- =N
[ S R |

€10
(451
T

61

oo}
©
=

OTTH
60TL
8014

90TV
SO0T1T
YOTY

T0T1
00Td

86d
Lea
964
S60

Ted

—
©
a,

9LK
SLN
YLW
€LT
CTLA
TLT

® 0 © N~ [0}
© © © © ©
= o X =

—
©
[=}

O

R LDWIDE
PROTEIN DATA BANK

W



1W63

wwPDB X-ray Structure Validation Summary Report

Page 15

08TYH

LLTA

ELIN

0LTS

8911

9913

€91a
2911
1914

85Ta
LGTd

SGTH
ST0
E€STY

TGTI

6V TH
8%11
LYTH
a4

Y910

(4441
154244
0711

9ETA
SETd
veTa
€eTd

121X

i

2eTH

6CCTA

122D

S2TO

€¢T1
{44y

612h
812V
LTTM

STCL
%120

1121
oTey

8021
L0271
902Y

002y

S6TN
761S

0618

60€T
80€1

90€T
SOEN
voeyd
€0€T

(44}

0SCH

PAZ4 S

0LEA

€3ed
(41

0GEN

8vED
LYES

CYEN
T7€1

8€eN
Le€d

Teed
0€EQ

Leed
9CEN
Sged

€TEA
ceen
TZEN

6TEH
8T1EN

91€I
ST€d

11€d
OTEA

6073
8070

90%A
SOVA

LLET
9LEV

v.LleEN
E€LEV

0674

L8YY

S8¥%1
¥8Y1
€870

S.%a

€Lvd
TLYD

09%a

cShA
TSPI
0S¥M

LEVA
9EVT
SEVN

0zsy
61571
8150

9TSN

TTSL
0TSV
60571
80SS
L0ST

S0Sh

€£0GA

6671
86¥%d

vevi
€671
c6vd

ADAPTOR-RELATED PROTEIN COMPLEX 1, MU 1 SUBUNIT

e Molecule 3

8%

14%

54%

]
2}
==}

23%

Chain M

YON

C9H
o1
09I
6SGM
8GH
AL

SGA

CSH

081
671
8vd
LYS
oY1
ST

€va

L

8EW

9€I
Sed
YER

8CS

¥ea
€20
ccy
1128

614
81D

STA

ota
61
8A

SY
7S

S0Ta
o1
€071

T01d
0074

L6ed
963
S64

€64
268
164

88A
L8A
984

781
€84
z8s

—
[
28

9.0
SLY
LN

3

L974

1

€910
2914

0974

8GTS

SYID
Il
€vTa
[44%!
157428

6ETD

LETD

SETI
veTd
€ET

€11

6CTA
8CTS

8TCA
L1231
912a
STCN
414
€12H
(41488
1124

802d

L

7021
zocA
T0cyd
002

8611

961D

V611

88TN

Tees
Tzea

68€D
88€S
L8€L
98€L

78EA

C8EI

T9€D

8GEY
LS€Y

S9G€T
45198

Tevd
0zy1
[57]
215728

91¥%D

€TPL

TIPA
(a2
607

L0%d

SOvY

€0%A

T0¥S
0073

S6€T
45198

3

06€I

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1W63

Page 16

ADAPTOR-RELATED PROTEIN COMPLEX 1, MU 1 SUBUNIT

e Molecule 3

8%

14%

54%

23%

Chain N

€vd

1

8EW

9€I
Sed
YEW

8T8

614
810

STA

61

0
=

< 0
n <

9CTL

iz4a0)]
€2¢Td
(4498
1219

6110

L1771

€TTT
[a9%s
TTTX
OTTI
60TI

S0TQ
70Td
€0TI

T0Td
0073

0 © N~
oo
I""-“"I

o M
@ 0
n [

164

88A
L8A
984

781
€84
28s
T84

9.0
SLY
LN

3

L9748

1

€910
2914

0974

8STS

TETT

621X
8CTs

802d

S02Zs
7021

zocA
ToCYe
00ZW

86TI

961D

76TI

€ced
azes

¥5cs
€5CI
¢seL

Z8E1

8LEA

9.e1

T9€D

8GEV
L9€Y4

g9eT

€TV

12579
(84S
60%A

L0%d

ADAPTOR-RELATED PROTEIN COMPLEX 1, MU 1 SUBUNIT

S6€T
v6ex

e Molecule 3

8%

~
)
B

13%

55%

22%

Chain O

S9T
ToN

o
©
ml

To%

6SM

8SKW

SSA

CSH

671
8%d
L%S
9¥%1
ST

ota
671
8A

=
3

Sy
s

9CTL

40
€2Td
(4498
121D

611a

L1TT

YITT
€111
[A%%c8
TTTA
0TTI
6071

-
@
o

L8A
983

81
€84
28S
784

9.0
SLY
PLN

0LL

69V

197
994

1974

1

€9TD
[4:15

0974

8STS

802d

S02s
7021

[4uaN
Tozy
00CH

86T1

961D

7611

¥ses
€621
[Ac{AN

78€A

28I
18€4d

19€D

L5€4

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1W63

Page 17

ETVL

12573
(574°)
60%A

L0%d

ADAPTOR-RELATED PROTEIN COMPLEX 1, MU 1 SUBUNIT

S6€T
v6ex

e Molecule 3

8%

.

14%

55%

22%

Chain P

€vd

L

8EW

9€I
Sed
YEW

8¢S

-
)
o

9CTL

40
€2Td
(449
121D

611Q

L1TT

ETTT
[A%%c8
TITA
0TTI
6011

S0Ta
701d
€0TI

ToTd
00T

0 © I~
o 9
I"“"L"‘I

o M
@ 0
n [

88A
L8A
983

781
€84
28s
784

9.0
SLY
PLN

3

1974

1

€9TD
[4:1%

0974

8STS

TETT

6CTY
8CTs

802d

S02s
%021

[4uaN
Tozy
00ZI

86T1

961D

Y611

9621

¥ses
€621
[Ac{AN

88€S
L8€L
98€L

78€4

28I
18€4

T9€D

89EY
L59€4

feision]
45198

sced

€ced
2ees

Tevd
0z
6170
215728

91%D

€TVL

1357
(oha74:8
60%A

L0%d

ADAPTOR-RELATED PROTEIN COMPLEX 1, MU 1 SUBUNIT

S6€7T
veex

3

e Molecule 3

06€1
68€D

8%

13%

56%

o
m
==}

22%

Chain R

FoN

C9H

091
6SM
8
AL

SGA

CSH

081
671
8vd
LYS
1
ST

£va

L

8EW

9€I
Sed
YEN

8CS

¥za
€2
cey
1128
0ZN
614
81D

STA

61
8A

< w0
n <

9CTL

i741)]
€¢1d
[4493
1219

6110

LIT1

€TT1
[An%c
TTTX
OTTI
60TI

L6ed

0 ©
o 0
I"""-‘

€64
268
164

88A
L8A
984

781
€84
z8s
184

©
~
o

< 0
s~
IIII:= B

o
~
B

69V

L9T4

1

€910
2914

0974

8318

80¢d

S02s
%021

zocA

00T

86TI

961D

Y611

261S

98CI

vScs
€921
(4[N

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1W63

Page 18

88€S
PASIAR
98€1

78€A

{41508

T9€D

8GEY
L59e4

SGET
45198

sced

€zed
(448

Tehd
0z
6170
515728

9T%D

€T¥L

13573
0T¥Y
60%A

L0%d

ADAPTOR-RELATED PROTEIN COMPLEX 1, MU 1 SUBUNIT

3

e Molecule 3

06€T
68€D

8%

13%

56%

[
@®
.:':I

22%

Chain V

FoN

C9H

091
6SM
8SKW
AL

SSGA

CSH

081
671
8¥%d
LYS
1
ST

€vd

L

o
o o
]
H o

8EW

9€T
Sed
YEW

8¢S

Sota

T0Td

o
o
-
I"‘"’

Led
963
S64

€64
T6S
164

88A
L8A
983

781
€84
28s
184

9.0
SLY
LN

3

1974

1

€9TD
[415)
1918

8STS

80¢d

961D

Y611

68€D
88€S
L8€L
98€L

78€A

C¢8EI

T9€D

83EY
L5€Y

SS€T1
419N

x4t
0Zy1
6170
215728

9T¥D

S0y

ADAPTER-RELATED PROTEIN COMPLEX 1 SIGMA 1A SUBUNIT

€074
0%
T0%S
0073

45198

3

e Molecule 4

06€1

6%

19%

54%

20%

Chain Q

96
61
¥sa
€94
CSM
TS89
081

87S

ki)

o ® 0
ISR ] N
I>‘ AIHIQ

8T
L10

STH

(4%

(0)%:1
6S

o - N
[
< H M|

L1
91
S

i741)]
€CTA

121D

6TTH

(43 %

OTTY
6013
80T

90TN

86A

®
1)
53

-
@
|

684
88A
L8A

18T
08L

8.1
LL3

S.a
v.L0

194

S91

ADAPTER-RELATED PROTEIN COMPLEX 1 SIGMA 1A SUBUNIT

e Molecule 4

6%

18%

53%

22%

Chain S

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1W63

Page 19

e9v
(4228
1948

071

veq

62y

© N~ ©
oA
BN
-
@
-

0
N
a

®
N
3

121
0CA

8T
L10

w
4
Iﬁl

e
(4%

(0)%:1
6S

L1

S

sera
i741)]

121D

6TTH

86A

£6)

684

L8R

18T
08L
6.1
8.1
LL3

S.a
vLD

[k
TLI
0LV

194

e Molecule 4: ADAPTER-RELATED PROTEIN COMPLEX 1 SIGMA 1A SUBUNIT

S91

6714
8¥%1d
LTS

[441:]

9eTd
SETI
veTv
EETA

TETA
0€TS
6CTA

218
9¢TL

.« 6%

18%

53%

22%

Chain T:

e9v
(422
798

071

ved

621

© N~ 0
g aq
S -

[re)
N
=]

o
N
[

121
0CA

8Ty
L10

STH

e
(4%

oty
6S

L1

S

9CTL
se1a
iz41]

121D

6TTH

ST1Q
PIT1

[43 %!

OTTY
60T
80THd

90TN

%011
€0TI
2¢o1a
TOT1

86A

€631

1671

684
88A
L8R

181

6.1
8.1
LL3

S.d
i20)

cLa
TLI
0LV

194

+

M~ OO M W0 o o [T} N~ 0O O
NAANOm®mnmn oY ld &S S S
PR RURL] Rl R
nxXxMn>AM<HBND o AM®AE

e Molecule 4: ADAPTER-RELATED PROTEIN COMPLEX 1 SIGMA 1A SUBUNIT

. 6%

18%

53%

22%

Chain U:

€9V
(428
7948

0%1

€€d

623

© N~ O
g aq
Moo

w0
I
(=]

™
N
IHI

121
0CA

8T
L10

w
8
Iml

e
(4%

oty
68

L1

S

9CTL
sc1a
iz4a1]

17219

6TTH

86A

€631

1671

684
88A
L8R

81

6.1
8.1
L3

S.a
YLD

cLd
TLI
0LV

194

+

e Molecule 4: ADAPTER-RELATED PROTEIN COMPLEX 1 SIGMA 1A SUBUNIT

. 6%

18%

53%

22%

Chain W:

€9V
(478
194

0%1

€€Y

62

© N~
gy
e
-
@
-

0
N
[=}

el
N
IHI

121
0CA

8T
L10

STY

€T
(4%

o1y
6S

LT

S

scTa
210

121D

B6TTH

86A

o
o))
B~

684

L8K

781
08l

8.1
L3

S.a
Y.L0

cLa
TLI
0LV

194

e Molecule 4: ADAPTER-RELATED PROTEIN COMPLEX 1 SIGMA 1A SUBUNIT

S9T

6%Td
8%Td
L7118

[444:]

9eTd
SETI
veTY
EETA

TETA
0€TS
62T

1218
9CTL

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1W63

Page 20

6%

18%

53%

22%

Chain X

(478
1948

081

8%S

izl

(4t
Ty
0%1

+

@ O
N
|

~
N
I[.'J

0
N
[=}

el
N
IHI

121

o
)
I>-

8T
L10

STY

.
S
I[."1

€T
(4%

oty

@
0

o -
s~
<< H

LT
91
S

se1a
210

121D

6TTH

(49 %¢

OTTY
60T
80Td

90TN

86A

o0
o))
B~

-
@
=

684
88A
L8K

781
08l

8.1

S.a
Y.L0

cLa

194

S9T

O

R LDWIDE
PROTEIN DATA BANK

W



Page 21 wwPDB X-ray Structure Validation Summary Report 1W63

4 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section is therefore incomplete.

Property Value Source
Space group P3212 Depositor
Cell constants 178.14A 178.14A 1134.99A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 120.00°
Resolution (A) 40.00 - 4.00 Depositor
/0 Data completencss 78.8 (40.00-4.00) Depositor
(in resolution range)
Ronerge 0.12 Depositor
Raym (Not available) Depositor
Refinement program CNS 1.1 Depositor
R, Rfree 0.297 , 0.310 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 81744 wwPDB-VP
Average B, all atoms (A?) 89.0 wwPDB-VP
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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
RMSZ #|Z| >5 RMSZ #|Z| >5

0.61 1/4728 (0.0%) 0.83 4/6381 (0.1%
0.61 1/4728 (0.0%) 0.83 4/6381 (0.1%
0.61 1/4728 (0.0%) 0.83 4/6381 (0.1%
0.61 1/4728 (0.0%) 0.83 4/6381 (0.1%

(0.0%) (

) (

<
)

Chain

0.61 | 1/4728 (0.0%) | 0.83 | 4/6381 (0.1%
0.61 | 1/4728 (0.0%) | 0.83 | 4/6381 (0.1%

~— [ — | — | — | — [ ~—

0.62 0,/4630 0.90 | 11/6278 (0.2%)
0.63 0,/4630 0.90 | 12/6278 (0.2%)
0.63 0,/4630 0.90 | 12/6278 (0.2%)
0.62 0,/4630 0.90 | 12/6278 (0.2%)
0.62 0,/4630 0.90 | 12/6278 (0.2%)
0.62 0,/4630 0.90 | 12/6278 (0.2%)

0.73 | 1/3237 (0.0%
0.73 | 1/3237 (0.0%
0.73 | 1/3237 (0.0%
0.73 | 1/3237 (0.0%
0.73 | 1/3237 (0.0%

0.93 3,/4366 (0.1%)
0.93 3,/4366 (0.1%)
0.93 3,/4366 (0.1%)
0.93 3,/4366 (0.1%)
(0.1%)

)

)
(0.0%)
(0.0%)
(0.0%)
(0.0%) | 0.93 | 3/4366 (0.1%
0.73 | 1/3237 (0.0%) | 0.93 | 3/4366 (0.1%
0.64 | 1/1259 (0.1%) | 0.75 0/1686
(0.1%)
(0.1%)
(0.1%)
(0.1%)
(

0.64 | 171259 (0.1%) | 0.75 0,/1686
0.64 | 1/1259 (0.1%) | 0.75 0,/1636
0.64 | 1/1259 (0.1%) | 0.75 0,/1636
0.64 | 1/1259 (0.1%) | 0.75 0,/1636
0.64 | 1/1259 (0.1%) | 0.75 0,/1686
0.65 | 18/83124 (0.0%) | 0.87 | 113/112266 (0.1%)

s s e R W W W W W WD N | ] =

=l =l Bl | o| <| = sl o] 2| 2| o | | | o w| = —| Q| Al =

—

All

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
3 M 0 2
Continued on next page...
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Continued from previous page...

Mol | Chain | #Chirality outliers | #Planarity outliers
3 N 0 2
3 O 0 2
3 P 0 2
3 R 0 2
3 \Y 0 2
All All 0 12

The worst 5 of 18 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 X 68 CYS | CB-SG | -5.94 1.72 1.81
4 Q 68 CYS | CB-SG | -5.92 1.72 1.81
4 W 68 CYS | CB-SG | -5.90 1.72 1.81
4 S 68 | CYS | CB-SG | -5.89 1.72 1.81
4 U 68 | CYS | CB-SG | -5.87 1.72 1.81

The worst 5 of 113 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(®)
2 H 174 | PRO | CA-N-CD | -11.26 95.73 111.50
2 B 174 | PRO | CA-N-CD | -11.24 95.77 111.50
2 L 174 | PRO | CA-N-CD | -11.23 95.78 111.50
2 F 174 | PRO | CA-N-CD | -11.22 95.78 111.50
2 J 174 | PRO | CA-N-CD | -11.22 95.79 111.50

There are no chirality outliers.

5 of 12 planarity outliers are listed below:

Mol | Chain | Res | Type | Group

166 | TYR | Sidechain
85 | TYR | Sidechain
166 | TYR | Sidechain
85 | TYR | Sidechain
85 | TYR | Sidechain

w| wo| wo| el wo
olzlz £l

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.

WO RLDWIDE

PROTEIN DATA BANK
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 4663 0 4792 832 0
1 C 4663 0 4792 817 6
1 E 4663 0 4792 826 12
1 G 4663 0 4792 824 0
1 | 4663 0 4792 816 7
1 K 4663 0 4792 819 12
2 B 4558 0 4674 867 0
2 D 4558 0 4674 877 0
2 F 4558 0 4674 874 3
2 H 4558 0 4674 876 0
2 J 4558 0 4674 876 0
2 L 4558 0 4674 861 4
3 M 3166 0 3178 431 0
3 N 3166 0 3178 432 0
3 O 3166 0 3178 422 0
3 P 3166 0 3178 436 0
3 R 3166 0 3178 434 0
3 \Y 3166 0 3178 419 0
4 Q 1237 0 1261 227 0
4 S 1237 0 1261 217 0
4 T 1237 0 1261 221 0
4 U 1237 0 1261 216 0
4 W 1237 0 1261 225 0
4 X 1237 0 1261 221 0
All All 81744 0 83430 13624 22

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 82.

The worst 5 of 13624 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)
1:E:488:VAL:HA | 1:E:500:VAL:HG11 1.20 1.19
1:A:482:GLU:HB3 | 1:A:584:MET:SD 1.83 1.18
1:E:482:GLU:HB3 | 1:E:584:MET:SD 1.83 1.18
1:G:482:GLU:HB3 | 1:G:584:MET:SD 1.83 1.17
1:K:482:GLU:HB3 | 1:K:584:MET:SD 1.83 1.17

The worst 5 of 22 symmetry-related close contacts are listed below. The label for Atom-2 includes
the symmetry operator and encoded unit-cell translations to be applied.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:E:265:GLU:OE2 | 1:K:221:ARG:NH1[1 545] 1.07 1.13
1:E:265:GLU:OE1 | 1:K:221:ARG:CZ[1 _545] 1.30 0.90
1:E:265:GLU:CD | 1:K:221:ARG:NH2[1 545] 1.42 0.78
1:E:265:GLU:OE1 | 1:K:221:ARG:NH2|1 _545] 1.44 0.76
1:I:345:ARG:NE | 2:L:457:GLU:OE2[5_445| 1.44 0.76

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 X-ray entries followed by that with respect to entries

of similar resolution.

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 588/618 (95%) 254 (43%) | 210 (36%) | 124 (21%) |
1 C 588/618 (95%) 254 (43%) | 210 (36%) | 124 (21%)

1 E 588/618 (95%) 253 (43%) | 211 (36%) | 124 (21%)
1 G 588/618 (95%) 255 (43%) | 209 (36%) | 124 (21%)
1 I 588/618 (95%) 255 (43%) | 209 (36%) | 124 (21%)
1 K 588/618 (95%) 255 (43%) | 209 (36%) | 124 (21%)
2 B 572/584 (98%) 239 (42%) | 192 (34%) | 141 (25%)
2 D 572/584 (98%) 239 (42%) | 191 (33%) | 142 (25%)
2 F 572/584 (98%) 240 (42%) | 190 (33%) | 142 (25%)
2 H 572/584 (98%) 238 (42%) | 193 (34%) | 141 (25%)
2 J 572/584 (98%) 239 (42%) | 191 (33%) | 142 (25%)
2 L 572/584 (98%) 239 (42%) | 192 (34%) | 141 (25%)
3 M 380/423 (90%) 257 (68%) 76 (20%) 47 (12%)
3 N 380/423 (90%) 257 (68%) 76 (20%) 47 (12%)
3 O 380/423 (90%) 257 (68%) 76 (20%) 47 (12%)
3 P 380/423 (90%) 257 (68%) 76 (20%) 47 (12%)
3 R 380/423 (90%) 257 (68%) 76 (20%) 47 (12%)
3 \Y 380/423 (90%) 257 (68%) 76 (20%) 47 (12%)
Continued on next page...
$roe
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Continued from previous page...

Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
4 Q 147/158 (93%) 81 (55%) 47 (32%) 19 (13%) |
4 S 147/158 (93%) 81 (55%) 47 (32%) 19 (13%)

4 T 147/158 (93%) 81 (55%) 47 (32%) 19 (13%)
4 U 147/158 (93%) 81 (55%) 47 (32%) 19 (13%)
4 W 147/158 (93%) 81 (55%) 47 (32%) 19 (13%)
4 X 147/158 (93%) 81 (55%) 47 (32%) 19 (13%)
All All 10122/10698 (95%) | 4988 (49%) | 3145 (31%) | 1989 (20%)

5 of 1989 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 7 LEU
1 A 58 MET
1 A 76 SER
1 A 132 SER
1 A 162 VAL

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 X-ray entries followed by that with respect to entries of similar
resolution.

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 523/546 (96%) | 478 (91%) | 45 (9%)
1 C 523/546 (96%) | 478 (91%) | 45 (9%)
1 E 523/546 (96%) | 479 (92%) | 44 (8%)
1 G 523/546 (96%) | 478 (91%) | 45 (9%)
1 I 523/546 (96%) | 479 (92%) | 44 (8%)
1 K 523/546 (96%) | 478 (91%) | 45 (9%)
2 B 515/523 (98%) | 475 (92%) | 40 (8%)
2 D 515/523 (98%) | 475 (92%) | 40 (8%)
2 F 515/523 (98%) | 475 (92%) | 40 (8%)
2 H 515/523 (98%) | 475 (92%) | 40 (8%)
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Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 J 515/523 (98%) 475 (92%) | 40 (8%) 39
2 L 515/523 (98%) 475 (92%) | 40 (8%) 39
3 M 355/383 (93%) 322 (91%) | 33 (9%) 9} 32
3 N 355/383 (93%) 322 (91%) | 33 (9%) 9} 32
3 O 355/383 (93%) 322 (91%) | 33 (9%) 9} 32
3 P 355/383 (93%) 322 (91%) | 33 (9%) 9} 32
3 R 355/383 (93%) 322 (91%) | 33 (9%) 9} 32
3 \Y 355/383 (93%) 322 (91%) | 33 (9%) 9} 32
4 Q 136/144 (94%) | 118 (87%) | 18 (13%) 21
4 S 136/144 (94%) 118 (87%) | 18 (13%) 21
4 T 136/144 (94%) 118 (87%) | 18 (13%) 21
4 U 136/144 (94%) 118 (87%) | 18 (13%) 21
4 W 136/144 (94%) 118 (87%) | 18 (13%) 21
4 X 136/144 (94%) | 118 (87%) | 18 (13%) 21

All All 9174/9576 (96%) | 8360 (91%) | 814 (9%) 9 34

5 of 814 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 K 531 MET
3 N 414 GLN
4 X 11 GLN
2 L 138 ARG
1 K 518 SER

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 215
such sidechains are listed below:

Mol | Chain | Res | Type
1 I 163 HIS
1 K 163 HIS
4 U 76 ASN
1 I 235 HIS
2 J 152 ASN
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5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

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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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section is therefore empty.

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

EDS was not executed - this section is therefore empty.

6.3 Carbohydrates (i)

EDS was not executed - this section is therefore empty.

6.4 Ligands (i)

EDS was not executed - this section is therefore empty.

6.5 Other polymers (i)

EDS was not executed - this section is therefore empty.
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