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

MolProbity : 4.02b-467
Xtriage (Phenix) : 1.13
EDS : 211
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.11
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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 9.00 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

Rfree

Clashscore
Ramachandran outliers
Sidechain outliers

RSRZ outliers NN

Worse

Percentile Ranks

0 Percentile relative to all X-ray structures

Value
DN 0.479
M 158
M 10.6%
N 17.3%
N 4.4%

Better

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

Whole archive

Similar resolution

Metric (#Entries) (#Entries, resolution range(A))
Rree 130704 1005 (11.50-3.90)
Clashscore 141614 1070 (11.50-3.90)
Ramachandran outliers 138981 1003 (11.50-3.90)
Sidechain outliers 138945 1003 (11.50-3.86)
RSRZ outliers 127900 1004 (9.50-3.80)

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 on 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% The upper red bar (where present) indicates the fraction of residues
that have poor fit to the electron density. The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
7%
1 A 624 13% 51% 20% 5%  11%
1 B 624 12% 52% 20% 5%  11%
%
- L
1 C 624 13% 52% 20% 5%  11%
%
- -
2 D 205 9% 33% 11% -« 45%
1%
2 E 205 9% 28% T 50%
2 F 205 8% 32% 2% 45%
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2  Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 16020 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 Clathrin heavy chain 1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 554 4550 2901 768 856 25 0 0 0

Total C N O S
1 B 554 4550 2901 768 856 25 0 0 0

Total C N O S
1 C 554 4550 2901 768 856 25 0 0 0

There are 66 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 1052 MET - EXPRESSION TAG | UNP P49951
A 1053 GLY - EXPRESSION TAG | UNP P49951
A 1054 SER - EXPRESSION TAG | UNP P49951
A 1055 SER - EXPRESSION TAG | UNP P49951
A 1056 HIS - EXPRESSION TAG | UNP P49951
A 1057 HIS - EXPRESSION TAG | UNP P49951
A 1058 HIS - EXPRESSION TAG | UNP P49951
A 1059 HIS - EXPRESSION TAG | UNP P49951
A 1060 HIS - EXPRESSION TAG | UNP P49951
A 1061 HIS - EXPRESSION TAG | UNP P49951
A 1062 SER - EXPRESSION TAG | UNP P49951
A 1063 SER - EXPRESSION TAG | UNP P49951
A 1064 GLY - EXPRESSION TAG | UNP P49951
A 1065 LEU - EXPRESSION TAG | UNP P49951
A 1066 VAL - EXPRESSION TAG | UNP P49951
A 1067 PRO - EXPRESSION TAG | UNP P49951
A 1068 ARG - EXPRESSION TAG | UNP P49951
A 1069 GLY - EXPRESSION TAG | UNP P49951
A 1070 SER - EXPRESSION TAG | UNP P49951
A 1071 HIS - EXPRESSION TAG | UNP P49951
A 1072 MET - EXPRESSION TAG | UNP P49951
A 1073 LEU - EXPRESSION TAG | UNP P49951
B 1052 MET - EXPRESSION TAG | UNP P49951

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

Chain | Residue | Modelled | Actual Comment Reference
B 1053 GLY - EXPRESSION TAG | UNP P49951
B 1054 SER - EXPRESSION TAG | UNP P49951
B 1055 SER - EXPRESSION TAG | UNP P49951
B 1056 HIS - EXPRESSION TAG | UNP P49951
B 1057 HIS - EXPRESSION TAG | UNP P49951
B 1058 HIS - EXPRESSION TAG | UNP P49951
B 1059 HIS - EXPRESSION TAG | UNP P49951
B 1060 HIS - EXPRESSION TAG | UNP P49951
B 1061 HIS - EXPRESSION TAG | UNP P49951
B 1062 SER - EXPRESSION TAG | UNP P49951
B 1063 SER - EXPRESSION TAG | UNP P49951
B 1064 GLY - EXPRESSION TAG | UNP P49951
B 1065 LEU - EXPRESSION TAG | UNP P49951
B 1066 VAL - EXPRESSION TAG | UNP P49951
B 1067 PRO - EXPRESSION TAG | UNP P49951
B 1068 ARG - EXPRESSION TAG | UNP P49951
B 1069 GLY - EXPRESSION TAG | UNP P49951
B 1070 SER - EXPRESSION TAG | UNP P49951
B 1071 HIS - EXPRESSION TAG | UNP P49951
B 1072 MET - EXPRESSION TAG | UNP P49951
B 1073 LEU - EXPRESSION TAG | UNP P49951
C 1052 MET - EXPRESSION TAG | UNP P49951
C 1053 GLY - EXPRESSION TAG | UNP P49951
C 1054 SER - EXPRESSION TAG | UNP P49951
C 1055 SER - EXPRESSION TAG | UNP P49951
C 1056 HIS - EXPRESSION TAG | UNP P49951
C 1057 HIS - EXPRESSION TAG | UNP P49951
C 1058 HIS - EXPRESSION TAG | UNP P49951
C 1059 HIS - EXPRESSION TAG | UNP P49951
C 1060 HIS - EXPRESSION TAG | UNP P49951
C 1061 HIS - EXPRESSION TAG | UNP P49951
C 1062 SER - EXPRESSION TAG | UNP P49951
C 1063 SER - EXPRESSION TAG | UNP P49951
C 1064 GLY - EXPRESSION TAG | UNP P49951
C 1065 LEU - EXPRESSION TAG | UNP P49951
C 1066 VAL - EXPRESSION TAG | UNP P49951
C 1067 PRO - EXPRESSION TAG | UNP P49951
C 1068 ARG - EXPRESSION TAG | UNP P49951
C 1069 GLY - EXPRESSION TAG | UNP P49951
C 1070 SER - EXPRESSION TAG | UNP P49951
C 1071 HIS - EXPRESSION TAG | UNP P49951
C 1072 MET - EXPRESSION TAG | UNP P49951

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

Chain | Residue | Modelled | Actual Comment Reference
C 1073 LEU - EXPRESSION TAG | UNP P49951
e Molecule 2 is a protein called Clathrin light chain B.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 D 113 811 489 160 161 1 0 0 0
Total C N O S
2 b 102 753 455 149 148 1 0 0 0
Total C N O S
2 F 112 806 486 159 160 1 0 0 0
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Stretches of 2 or more

11%

5%

F

20%

51%

wwPDB X-ray Structure Validation Summary Report

13%

7%

a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry and electron density.
Residues are color-coded according to the number of geometric quality criteria for which they

contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot
above a residue indicates a poor fit to the electron density (RSRZ > 2).
consecutive residues without any outlier are shown as a green connector. Residues present in the

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
sample, but not in the model, are shown in grey.

3 Residue-property plots (i)

e Molecule 1: Clathrin heavy chain 1
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1

Clathrin heavy chain
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11%

5%

F

20%

52%

: 12%

Chain B

(43321

60718

S0T1d

€0TIN

TOTTYH

L6073
960TA
S60TY

£€607a

060TD
680TI
880TH
L8073

S8071T
$80TA
€80TD
T80TA

6L0TL

LLOTA

YLITI
ELTTT

TLTTL
0L172

YOTTV

0971V
69TTH
8GTTh
LSTT1

SSTTY

€9T11
{4195

0STTM
67TIN
8YT1D
LYT1S
9YTTL

wHITV
£PTTV
[4231]

8ETTH

SETTS

€ETTa
(43314

62111
8CTTTA

SCTTI
j/4311
€114

TCTTA

LTTTD
91111
STTTD

ETTTH

YeTTT

0€TTL
62CTS
8TTTY

STTTH
vTTTd

[444 5

0ZTIN

8TCTTA

i2193 1
€ITTY
c1eia
TIZIR
0TZTH

8021
L0210
90T TA
S0Z10
¢omﬂ¢
T0ZTA
00ZTh
66710

L6TTH

06TTI
68114
88113
L8113

S811d

€8TT1
C8TTY

86212

£6CTY
z6eTa
16210

68TTA

L8211
98211
S8cTd
¥8c1d

[4:14 %S
18210a

6LCTH

LLTTA
9.TTI
SLTTH

€LT1D
TLTID
TLTIH
0LZTh
6921V
89211
L9214
99214

£€9CTH

09CTd

LSTTO

lerg xcs

€GTTH
CSTTL

08ZTL

SvTTH
i44941

(47419

0vTTV
6ETTY
8€TTY
LETTR

T9ETT
09€7d
6SETV

LGETT

T1SETY

6YETT
8YETA
LYETH

TYETH

8EETT

9EETT
SEETH

E€EETYH

CEETH

YTETR
€TETT

0Z€TT

STETH

E€IETH

TI€TY
01€Td

LOETT

Y0€TE

COETH
TOETL
00€TI
66211

evia

j454%:
A4S
[432%)
TIPTIA
0T%Td

86ETA

96€ETL
S6ETI
Y6ETI

CTEETH
16€T4

68ETH

L8ETH

8LETH

9LETI
SLETI
YLETY
ELETN
CTLETA

CTLYPTI
TL91d

0L%TT

89% TN

(48]
197 1%

69T TN

LSPIN

157499

0S8¥%1d
6%%TY
8YFTA

9P¥1d
SPP11
4421
EPPIN
(4747470

07¥%1S
6EVTd
8EVTA

9EFTA
SEPTY
YEVTY
EEVTL

1910
0E€%TT

8C¥%1d

134748

9%91a

F

6€STD
8EGTH
LESGTY
9€GTa

€EGTT

0E€GTH

91GTH
S19T4
$18T1
E€1GTA

L8YTR

S8%1a
¥8V1I
€8%1S
28YTL

LTS

68STH
88GTYH
L8GTH
98GTV

8491
€8GT1
C8STA

088Td

9.8T1

PLSTA
€LSTD

TLSTA
04ST1

L9GTH
99674
96710
v9S1d
€9GTYH
CTOGTH
19STH

L9614
9GGTH

$99T1
€GST1T
[4fg4cs

® 0e9Th
@ 62971

9C9TY

£€c913

T29TH

61971

L1972
919718
STOTY
v191a
€1971
TI9TY
T191a
0T19TA

in 1

Clathrin heavy chai

e Molecule 1

11%

5%

20%

52%

13%

S07Td

€0TIN

TOTTH

F

L6013
960TX
S60TY

£€60Ta

060TD
680TI
880TH
L80TH

98071
¥80TA

O

R LDWIDE
PROTEIN DATA BANK

W



3LVH

wwPDB X-ray Structure Validation Summary Report

Page 8

PLTTI
ELTTT

TLTTL
0LT72

Y11V

0911V
69TTH
8GTTh
LSTT1T

SSTTY

€9T11
28114

0STTM
67TIN
8YT1D
LY11S
9YTTL

42334
EVTTV
[42431]

8ETTH

SETTS

€ETTa
(43314

62111
8TTTA

STITI
iza13 1
€113

TCTTA

LTTTD
91111
STTTD

ETTTY

YeTTT

0€TTL
62C1S
82TTY

§STTTH
vTTTd

[444 5

1

8TCTIA

21941
E€ITTY
c1eia
TIZIR
0TTTH

80TTd
L0gTa
90TTA

¥0T1Yd

T0ZTA
00ZTh

L6TTH

06TTI
68114
88114
L8113

S811d

€811

08TTL

8LITY
LLTTT
9LTTY

00€TI
66CTT
86CTd

€62TH

F

68CTA

L8211
98211
g98cTa
v8cTd

c8eTd
18210

6LCTH

LLTTA
9.LTTI
SLTTH

€LTT9
TLTID
TLTTH
0.LZTl
692TY
89211
L92TY
® 99Z1d
[
[
® €9Z1H

09210

LSTTO

Eltq x|

€9CTH
CSTTL

08ZTL

SveTH
4441

[47414

0veTV
6ETTY
8€TTY
LETTR

CT9ETA
TOETT
09€TH
6SETY

LSETT

€9eTH
TGETY
TSETY

6%ETT
8YETA
LPETH
9%ETd

ZheTY

6EETA
8EETT
LEETH
9EETT
SEETH
veeTH
€EETH
CEETH
TEETH

YCETA
€CETT

0CeTT
61€TH
8TETL

STETD

E€1ETH

TIETH
01€13

LOETT

SOETY
v0eTH

COETH
TOETL

114214

STHIN
254 %

86ETA

96ETL
S6ETI
Y6ETI

TEETH
T6ETA

68ETD

LBETH
98ETM

T8ETH

6LETH
8LETH

0LeTH
69€TH
89€TA
LOETH
99€Td
S9ETA
$9€T1
€9€T4

TLYTL
TLy1d
0L%T1

89%TN
L9911
99%1S§

YOVIN

(45 A%
19711

6GH TN

LGPTN

[4°i2 %91
T9YTA
08%1d
6%7TH
8YYTA

9v¥1d
SYPT1
i4aal]
EYPIN
[474747)

0%¥%1S
6E7Td
8EYTA

9EFTA
SEVTV
YEPTY
EEVTL

1€91a
07T

8C¥%1d

€Y1

9%3Ta

8ESTH
LESTY
9ESTA

€ESTT

0ESTH

9esTs
€TSTh
TTSTA
TCSTH

6TSTN

919TH
S19Td
Y1971
€18TA

L8VTA

S8%Ta
P8YTI
€8%1S

0T9TA
609TY
809TL

v69Td

689TH
889TY
LB8STM
98STY

v89TH
€89T1
TB8STA

089Ta

PLSTA
€LSTD

TLSTd
0LST1T

T§sTd

091D
629TL

99TV

€913

Clathrin light cha

T2OTH

61911

L1972
919718
STOTY
v191a
€1971
CI9TY
1910

B

1n

e Molecule 2

45%

11%

33%

611V
81TV

TITA

601D
801d
L0718

160

£87X
281X
81X
087X
6.L1X
8L1X
LLTX
9LTX
SLTXY
vLIX
€L1X
TLIX

991V

791d
€910
T9Th
TOTR
0974

89T

YaTH

TGIN
TSTI
08Ty

125
Lp13
9pTA
SHTD
vh1E

(4211}
1524

SETT
YETA

TETA
TETY

6213
8CTY

9TTd

9%

ZTIA
11458

S0TY
voTx
£0TX
20X
T0TX

LBTX
961X

£61X

T6TX
067X
681X
881X
L81X
981X
G8TX

B

11

Clathrin light cha

e Molecule 2

O

R LDWIDE
PROTEIN DATA BANK

W



3LVH

wwPDB X-ray Structure Validation Summary Report

Page 9

11%

50%

9%

28%

9%

Chain E

61TV
8TTV

66d

L60
96.L

06Y
681

787X
£€8TX

187X
08TX

8LTX
LLTX

TLIX
0LTX

vaTY

TSTN
1871

® 10 © N~ o o
R I [}
=] -
(2 = gy ) &

1548
0%Th

SETT
YETA

0000000000000 000
o
<
o
o

CTETH
TETY

6213
8CTY

oTTd

veTH

TTIA
1145

Clathrin light chain B

£0TX
cocx

66TX
86TX

96TX
S6TX
¥6TX
E€6TX
T6TX
161X

681X

98TX
981X

e Molecule 2

45%

12%

32%

8%

Chain F

61TV
8TTV

TTTA

60Th

L0T3

SOTH
YOTH

TOTI

0073

861
L6t
961
G561

0LTX

89TI

99TV

G9GTI
vaTY

43911
1871
0GTY

8HTI
1513
9%TA
SYT0
v1E

[444]
1548
0%Th

SETT
YETA

CETH
TETY

621d
8CTYH

oTTd

veTH

TTIA
1145

€0TX
20X
T0oTX
00X
661X
861X
LBTX

S6TX
761X
€67X
261X
T6TX
067X
681X
881X

O

R LDWIDE
PROTEIN DATA BANK

W



Page 10

wwPDB X-ray Structure Validation Summary Report

3LVH

4 Data and refinement statistics (i)

Property Value Source
Space group P 42212 Depositor
Cell constants 229.71A  229.71A 512.27A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 500.00 — 9.00 Depositor
Resolution (4) 86.66 — 9.00 EDS
% Data completeness 78.7 (500.00-9.00) Depositor
(in resolution range) 78.9 (86.66-9.00) EDS
Rinerge (Not available) Depositor
Rsym 0.18 Depositor
<I/o(I)>" 1.66 (at 8.41A) Xtriage
Refinement program REFMAC 5.2.0019 Depositor
R R 0.473 , 0.487 Depositor
» Phfree 0.483 . 0.479 DCC
Rfree test set 430 reflections (5.04%) wwPDB-VP
Wilson B-factor (A?) 604.9 Xtriage
Anisotropy 0.404 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.09 , -10.0 EDS
L-test for twinning” <I|L]>=038, < L?>=0.21 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.69 EDS
Total number of atoms 16020 wwPDB-VP
Average B, all atoms (A?) 103.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patter-
son function is 15.04% of the height of the origin peak. No significant pseudotranslation is de-

tected.

Intensities estimated from amplitudes.

2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.
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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 | pyia7 7155 | RMSZ £|Z] >5
1 A 0.48 | 3/4645 (0.1%) 1.41 104/6276 (1.7%)
1 B 0.36 | 2/4645 (0.0%) 1.38 101/6276 (1.6%)
1 C 0.36 | 2/4645 (0.0%) 1.38 101/6276 (1.6%)
2 D 0.74 0/647 1.15 8/866 (0.9%)
2 E 0.69 0/589 1.24 5/785 (0.6%)
2 F 0.77 0/642 1.20 8/859 (0.9%)
All All 0.46 | 7/15813 (0.0%) | 1.37 | 327/21338 (1.5%)

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 | 7 Planarity outliers
1 A 0 7
1 B 0 6
1 C 0 6
F 0 1
All All 0 20

The worst 5 of 7 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 A 1196 | ALA C-N -21.36 0.84 1.34
1 C 1136 | SER C-N -13.41 1.03 1.34
1 B 1136 | SER C-N -13.39 1.03 1.34
1 A 1136 | SER C-N -13.36 1.03 1.34
1 B 1592 | MET C-N -10.33 1.10 1.34

The worst 5 of 327 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(®)
1 C 1136 | SER C-N-CA | 22.64 178.31 121.70
Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(?)
1 B 1136 | SER | C-N-CA | 22.63 178.27 121.70
1 A 1136 | SER | C-N-CA | 22.58 178.15 121.70
1 A 1196 | ALA | CB-CA-C | 21.84 142.86 110.10
1 C 1196 | ALA | CB-CA-C | 21.79 142.78 110.10
There are no chirality outliers.
5 of 20 planarity outliers are listed below:
Mol | Chain | Res | Type Group
1 A 1136 | SER Mainchain
1 A 1196 | ALA | Mainchain,Peptide
1 A 1223 | ASN Peptide
1 A 1326 | LYS Peptide
1 A 1429 | ARG 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 4550 0 4457 1578 23
1 B 4550 0 4456 1511 40
1 C 4550 0 4461 1420 30
2 D 811 0 641 286 0
2 E 753 0 615 220 0
2 F 806 0 640 345 35
All All 16020 0 15270 4959 70

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 158.

The worst 5 of 4959 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:C:1253:TRP:CZ3 | 1:C:1276:ILE:HG22 1.19 1.67
1:A:1253: TRP:CZ3 | 1:A:1276:1LE:HG22 1.19 1.67

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:B:1253:TRP:CZ3 | 1:B:1276:1LE:HG22 1.19 1.67
2:E:203:UNK:C 2:E:203:UNK:CA 1.76 1.62
1:B:1108:TRP:CH2 1:B:1129:1LE:HB 1.34 1.61

The worst 5 of 70 symmetry-related close contacts are listed below. The label for Atom-2 includes
the symmetry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:B:1198:ILE:N 2:F:103:ARG:NH1[5_ 545] 0.57 1.63
1:B:1199:GLN:N | 2:F:103:ARG:NH2[5_545] 0.64 1.56
1:A:1097:GLU:OE1 | 1:C:1094:ARG:CG[8_465] 0.90 1.30
1:A:1097:GLU:CD | 1:C:1094:ARG:CG[8 _465] 0.92 1.28
1:B:1198:ILE:CD1 | 2:F:103:ARG:CB|5_545] 0.98 1.22

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 552/624 (88%) 332 (60%) | 164 (30%) | 56 (10%) |
1 B 552/624 (88%) 332 (60%) | 166 (30%) | 54 (10%)
1 C 552/624 (88%) 332 (60%) | 166 (30%) | 54 (10%)
2 D 77/205 (38%) 50 (65%) 16 (21%) | 11 (14%)
2 E 66,/205 (32%) 35 (53%) 21 (32%) | 10 (15%)
2 F 76/205 (37%) 42 (55%) 20 (26%) | 14 (18%)

All All 1875/2487 (75%) | 1123 (60%) | 553 (30%) | 199 (11%)

5 of 199 Ramachandran outliers are listed below:

Mol | Chain | Res

Type

1 A 1086

ILE

Continued on next page...
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Mol | Chain | Res | Type
1 A 1122 LYS
1 A 1193 | PRO
1 A 1231 LEU
1 A 1251 | ARG

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
A 486/541 (90%) 410 (84%) | 76 (16%
486/541 (90%) 409 (84%) | 77 (16%
486/541 (90%) 410 (84%) | 76 (
62/128 (48%) 45 (73%) 17 (27%
(
(

(

61,128 (48%) 42 (69%) | 19
62,128 (48%) 42 (68%) | 20 (32%
All | All | 1643/2007 (82%) | 1358 (83%) | 285 (17%)

R T T =Y Sy gy
HlE| O Q| ™

5 of 285 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 B 1422 LEU
1 C 1111 LEU
2 E 153 ASN
1 B 1460 ASN
1 B 1574 TYR

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes.

sidechains are listed below:

Mol | Chain | Res | Type
1 B 1381 HIS
1 B 1489 ASN
2 D 149 ASN
1 B 1390 GLN

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
1 B 1457 |  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 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)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
1 A 3
1 B 2
1 C 2

The worst 5 of 7 chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 A 1592:MET C 1593:ASP N 1.10
1 B 1592:MET C 1593:ASP N 1.10
1 C 1592:MET C 1593:ASP N 1.10
1 A 1136:SER C 1137 TYR N 1.03

Continued on next page...
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Atom-1
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Atom-2

Distance (A)

1

B

1136:SER

C

1137 TYR

1.03
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9’ lists the number of (and percentage) of residues with an

average occupancy less than 0.9.

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
1| A | 554/624 (88%) 0.03 |43 (7%) | 13] | 151 | 50,50, 132,133 | 0
1 | B | ssa/624(88%) | 028 | 2 (0%) ozl Is7] | 50,50, 132,133 | o
1 C | 554/624 (88%) | -0.39 |11 (1%) 65 58 | 50,50,132, 133 | 0
o | D | 79/205 (38%) 013 | 4(5%) 28 27 | 298,298, 298,298 | 0
> E 68/205 (33%) 132 | 22 (32%) 314, 314, 314, 314 | 0
2 F 78/205 (38%) 019 | 1(1%) 77| 68 | 339, 339,339,339 | 0
All | Al | 1887/2487 (75%) | -0.14 | 83 (4%) 34 32 | 50,50,314,339 | 0

The worst 5 of 83 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 A 1313 | HIS 6.8
1 A 1306 | ALA 6.2
1 A 1341 | SER 6.2
1 A 1312 | ALA 6.1
1 A 1279 | HIS 5.8

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

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

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

There are no ligands in this entry.
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6.5 Other polymers (i)

There are no such residues in this entry.
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