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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 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 3.09 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 I

RNA backbone

Worse

Percentile Ranks

[

0 Percentile relative to all X-ray structures

Value
DN 0.287
. 43
DN 8.7%
N 17.6%
N 5.8%
N 0.24

Better

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

Metric

Whole archive

Similar resolution

(#Entries) (#Entries, resolution range(A))
R ree 130704 1094 (3.10-3.10)
Clashscore 141614 1184 (3.10-3.10)
Ramachandran outliers 138981 1141 (3.10-3.10)
Sidechain outliers 138945 1141 (3.10-3.10)
RSRZ outliers 127900 1067 (3.10-3.10)
RNA backbone 3102 1116 (3.40-2.80)

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
8%
1 A 421 43% 43% 13%
3%
1 B 421 40% 43% 14%
1 C 421 42% 40% 14%
1 D 421 22% 42% 13%

W

sie

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

Mol | Chain | Length Quality of chain
8%
1 E 421 — 43% 41% 15%
2 R 45 = 18% 49% 29%
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2  Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 17437 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 Nucleoprotein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 121 3327 2118 558 633 18 0 0 0

Total C N O S
1 B 415 3290 2097 552 623 18 0 0 0

Total C N O S
1 C 413 3275 2089 550 618 18 0 0 0

Total C N 0O S
1 b 416 3298 2103 553 624 18 0 0 0

Total C N O S
1 b 121 3327 2118 558 633 18 0 0 0

e Molecule 2 is a RNA chain called RNA (45-MER).

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
2 R 15 900 405 135 315 45 0 0 0

e Molecule 3 is URANYL (VI) ION (three-letter code: ITUM) (formula: O,U).


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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UM
(@)%
O -
o1 O- U+4
U
Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 A 1 Toltal [f 0 0
3 A 1 Toltal [f 0 0
3 A 1 Toltal [f 0 0
3 B 1 Toltal [f 0 0
3 B 1 Toltal [f 0 0
3 B 1 Toltal [f 0 0
3 B 1 Toltal [f 0 0
3 C 1 Toltal [f 0 0
3 C 1 Toltal [f 0 0
3| D 1 Tofal Ilj 0 0
3 D 1 Toltal Ilj 0 0
3 D 1 Tofal Ilj 0 0
3 E 1 Tofal Ilj 0 0
3 E 1 Tofal If 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 E 1 Tofal Ilj 0 0
3 R 1 Tofal Ilj 0 0
3 R 1 Tofal If 0 0
3 R 1 Tofal If 0 0
3 R 1 Tofal If 0 0
3 R 1 Tofal If 0 0
$PrDE
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Stretches of 2 or more

13%

43%

wwPDB X-ray Structure Validation Summary Report

43%

8%

Chain A: —

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: Nucleoprotein

Page 7

9871 072D 1628 9LEA I [ | | 912d
602H | o628 GLEA T ® 91Tk
68Tk [ ] e 89H [ | A4
89H 882d o0Led 291 9811 [ ]
291 TET [ ] 698d 991 gg1d 012D
991 T€10 €821 89EY : 998 CoETT 6028
998 0gTa £0ZH [ | ® L9EN H9A EETH I
$9A I 2024 11Tk 991 zeTH
£9N | T0Td 9.zd ° . ° 1810 9023
° 12T 002K SLTH ° 3 0g1a [ |
6610 9LTh ° - 62TV £02H
— [ | | elEs e 29eD 69T | seis |
631 96TV zlea oI 83D LTTL 661a
869 e ctis G6TA ° | ough [ |
| ush e TZIA [ | e 65ea 984 96TV
94k 0z19 181N e 8aga LT a6TA
178 61Ta [ | ° $Gk zZ18 [ |
$9k 817d $8TA oI | | A7 L8TN
| 1 [ esra 9920 ° 0sa [47) | e81d
0sa 2814 | s9zD [ | G R
[ | ETTT #92d o 158 e 811d #8TA

~
B
©0

ovi | esla

9%3 2351 6474 < Syl 2814
°

(429 L0T1 SLTA 12%a 1523 0171 8L19

13729 90Td
0% S0Td

0zvd 0%

STHA 8€I
LEA 901d
S0T4d

SLTA
8€I €0TH TL14

g3 e zOTI

T0TL

€1%D
SCEL (4572}

i
t
4
1
‘
I

891TN
1971
99TH
SOTH

£y €019 TL14
€ced 0THY [48
TTEI 6072

£y
(48 T0TL
0ea

0ea So%h 62V
62V €910

Z9IN

psferd
f

(=)
-
sl
A
o
©
N
[N

TO¥H
9TEY To%A

LTR S9TH
%910
€910

Z9IN

LTR €61

164 86

LBEY

- ™
@ )
B =1

€2a

[44ct 685
88M
180 ® 8S1d
9831

40%

gga 68S
zea 8gh 9911 TIEL £681
184 88Ty 9zTy o1€s [ |

983 P9I 0681

v22a | 80eT 68ed

[ 44)

-
@ o W
o oo
[} M m
o < m
| |
[

LTH 98711
Q8TY

25198

~
-
&

STA 14914 L8€Y

98EN

STA
¥1I
ETA 08I

0zzs

ETA 67N

o
e
@
(=

87¢1 [ | $8EQ
€888
z8ed

PHTA T8€M
L BLE [ ] pTTY 762N 088D
€A gL1 1911 [ ] £62) 6181

e S gLk | 334 | zezn |

08I [} 7673

LPTL 8.4

6%TH

L
o
|
®
0 ®
o o
o N
A =

SA 229

® LTl
€A [ [ ]
e s PPIA

000
|
g3
e Molecule 1: Nucleoprotein
3%
Chain B: &
-

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

wwPDB X-ray Structure Validation Summary Report 3PUO

Page 8

T6CS

68CR
88¢d

€821

1824

9ltd
SLTH
® v.ltk

Tleca
TLTY

89CI
L9TH
992b

v9td
€921
29T
69CA

96ea

TETH
TeTd

144

vcea
€Ty

0zes
61CA
8121

SLEA

0Led
69€d
89€Y

8GEQ
LG€d

0geA
6%€0

i

£€%€Q
THEY

TEET

8CEL

GCEL

£€ced
(445

61€d

9TEY

ey
TIEL
01€S
60€Y

LOET

€081
ToEd

86CH
L6T4

S62d
6T
£62Y

0chd

STHA

(45728

0T¥3
60%3
807
S0%h

CO¥H
To%A

86
L6EY

€6EN

06€L
68€d

L8€Y
98EN

e Molecule 1

78eda
£8¢€d
28ed
T8EM
08€D
6.1

9LEA

in

Nucleoprote

14%

40%

42%

5%

Chain C

691
8G9

98K
SGA
i2°28

0sa
L%S

9Py
SHL

(429
13729
0%

8€I
LEF

1

£€Y

0ea
62V
82d
LTR

£2a

~
-
1

STA
PTI
€TA

3

L4

zs

9ETT

TETH
1€Ta
0€Td

LTTL

STTS

[4433

0Z1d

811d

1

€111

TN
0TTT

90Td
S0Td

€0TD

T0TL

00000
» O - am
o O DD
v @ & =1

~
LS
a

9831

08I

8L

BLR
€LT

|
TV
072D

2814

6.74
8.L1D

SLTA

TL14

99TH
S9TH

€910
Z9IN

98711
QGTH
HaTA

1814

67N

LPTL

4470

911

€821

T8c4

LLTR
9.2d
SLTW
YLTR

Tlea

[4c4s

6%CL

L¥Tl

v¥ea

ThTL

0%CH

8ETL

€ETH
ZETH

144

vTea
[44)

0zes
61CA
81¢I

® SITk
14

SLEA

0Led

89€Y

99€L

® LS&d

paexd
@ €9eN

L

e 9%ed
Shev

ebea
THEY

TEET

SCEL

€ced
TTEI

61€d

9TV

Z1ed
TIEL

60€Y

coed

86CH

S62d
v6TN
€62y
T6TA

68CR
88¢d

0cvd

STHA

(4572}

(0152’8
6073

S0%D

TO¥H
To%A

86
LBEY

€6EN

06€L
68€d

Nucleoprote

L8€Y
98EN

e Molecule 1

8eda
£8€d
z8ed
T8EM
08€D
6.1

9LEA

1

13%

42%

42%

5%

Chain D

CTLR

® 89H

991
S9S
oA

68T

L8b

SGA
2228

08a
L%S

by
ShL

(429
13729
0%

8€I
LE€F

L

® ¢ggy

1)

ced

0ea
62V

[
™
o
=1

LTR

£2a

~ ©
]
[ )

® ¢ 10 ©
oo o
= H >

7PIA
E7TH

911

9ETT

CTETH
1€TQ
0€Ta
62TV

LTTL

STTS

@® <TTIS

0ZT1d
611d
811d

® EIT1

TITY
0TT1

SOTd

b

T0TL

164

685

180

13

08I

8L

BLR

v0TH
€0CH
c0cd
661Q

961V
S6TA

LBTIN

G8TH

2814

6.74
8.L1D

SLTA

0LTD

6972
89TN

® 99TH
S9TY
$910
€910
z9TN

® 8S1d
98711
QG8TY
A1

7613

6%TH

® L¥IL

O

R LDWIDE
PROTEIN DATA BANK

W



3PUO

wwPDB X-ray Structure Validation Summary Report

Page 9

68CR
88¢d

£82'1

1824

9.2d
SLTW
® Y.itk

Tleca
TLTY

[4:14°s

0621

8%ch

7vea

(444

0%TH
6€TH
8ETL

€ETH
TETH

144

vcea
€qeH

0zes
61CA
8121

® S1Tk

898V

S9EL
¥9€T

8G€Q
LG€d

® €ES9EN

L

8ved

ebea
chev

CEET

8TEL

STEL

€ced
[443)

67€d

9TEY

eTeY
ZTed
TIEL

60€Y

LOET

€081
coed

86CH
S62d

¥6TN
£62Y

(44728
1eva
0Zvd

215728

€T%D
(4572}

0T%Y
6073
80%Y4

S0%h

{40z’
T07A

66€4
864
LBEV
E€6EW

06€L
68€d

98EN

¥8EQ

z8€4d
T8EM

6LET

SLEA

i

0Lgd

Nucleoprotein

e Molecule 1

15%

41%

43%

8%

€3
i=

=
=
QO

£€8D

0sa

L¥S
oFd

(421
15729
0%1

8€1
LEH

1

62V

€ca

811
LTH

QTA
PTI
€TA

3

9€TT

EETH

TTIH

LOT1T
901a

G074

€61

164

68S

< o
~ ~
E R

o
~
>

L]
90T

€0CH
cocd

6610
96TV
S6TA
¥6T1
06TN

L8TN

S8TM
¥8TA

SOTH

€970

1824

SLTH
® Y.tk

1724 4

8921
1923
99z

¥92d
€921
{42141

0920
65TA

949Ta
eistd
YA

[4:14:

0821
6921

j47449
£veca
(4449

0%TH

8ETL

E€ECH

144

¥cea
e€ge

ozges

0.Lgd
69€d
89€V

®
® T19€L

8G€d
LG€d

£9EN

g£vea
Thev

ceen

8TEL

STEL

eced
[4439

67€d

9TEV

cred
T1€l

60€Y

20eh

TTHH

0Zvd

STHA

(45729

60%3

So%l

CTO%NW
T07A

RNA (45-MER)

66€4
86€Y
L6EV

E€6EN

e Molecule 2

29%

49%

18%

Chain R

£%D

6€D

<
™
(&)

o
™
(&)

%To

o
N
(&

©
-
[

STD

O

R LDWIDE
PROTEIN DATA BANK

W



Page 10

wwPDB X-ray Structure Validation Summary Report

3PUO

4 Data and refinement statistics (i)

Property Value Source
Space group P 21212 Depositor
Cell constants 164.65A 235.55A  75.86A .
Depositor
a, b, c, a, B,y 90.00° 90.00°  90.00°
. 49.75 — 3.09 Depositor
Resolution (4) 4975 — 3.09 EDS
% Data completeness 78.5 (49.75-3.09) Depositor
(in resolution range) 78.5 (49.75-3.09) EDS
Rinerge (Not available) Depositor
Raym (Not available) Depositor
<I/o(I)>" 6.16 (at 3.07A) Xtriage
Refinement program PHENIX 1.6 289 Depositor
R R 0.250 , 0.290 Depositor
» Hhfree 0.241 , 0.287 DCC
Rfree test set 2000 reflections (4.34%) wwPDB-VP
Wilson B-factor (A?) 73.2 Xtriage
Anisotropy 0.879 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.30 , 57.8 EDS
L-test for twinning” <|L| > =046, < L? > =10.29 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.91 EDS
Total number of atoms 17437 wwPDB-VP
Average B, all atoms (A?) 104.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 6.74% of the height of the origin peak. No significant pseudotranslation is detected.

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.

WO RLDWIDE
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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:
UM

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 | p\1q7 #é\ >5 | RMSZ #1% >5

1 A 0.51 0/3403 0.67 1/4607 (0.0%)

1 B 0.51 0/3365 0.65 1/4554 (0.0%)

1 C 0.52 0/3350 0.65 0/4533

1 D 0.53 0/3373 0.65 0/4565

1 E 0.52 0/3403 0.66 0/4607

2 R 0.91 0/989 2.08 59/1526 (3.9%)
All All 0.55 | 0/17833 | 0.82 | 61/24392 (0.3%)

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 2
1 B 0 4
1 C 0 1
1 D 0 1
1 E 0 3
All All 0 11

There are no bond length outliers.

The worst 5 of 61 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
2 R 27 C O4’-C1’-N1 | 11.92 117.74 108.20
2 R 18 C N1-C1’-C2’ | -11.43 99.14 114.00
2 R 15 C N1-C1-C2" | 9.61 126.49 114.00
2 R 4 C O4-C1’-N1 | 9.18 115.54 108.20
2 R 9 C O4’-C1’-N1 | 8.91 115.33 108.20



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry
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There are no chirality outliers.

5 of 11 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 169 | GLU | Peptide
1 A 78 LYS | Peptide
1 B 107 | LEU | Peptide
1 B 167 | ILE | Peptide
1 B 169 | GLU | 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 3327 0 3287 294 0
1 B 3290 0 3253 317 0
1 C 3275 0 3242 319 0
1 D 3298 0 3264 293 0
1 E 3327 0 3287 288 0
2 R 900 0 496 82 0
3 A 3 0 0 0 0
3 B 4 0 0 0 0
3 C 2 0 0 0 0
3 D 3 0 0 0 0
3 E 3 0 0 0 0
3 R 3 0 0 0 0

All All 17437 0 16829 1458 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 43.

The worst 5 of 1458 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:163:GLN:O 1:E:167:ILE:HB 1.36 1.25
1:B:317:ARG:HD3 2:R:22:C:02’ 1.41 1.18
1:E:177:GLU:HA | 1:E:181:ILE:HD11 1.31 1.12
1:C:317:ARG:NH2 2:R:14:.C:HY 1.64 1.11

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

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A:317:ARG:NH2 2:R:32:C:H5’ 1.64 1.11

There are no symmetry-related clashes.

5.3 Torsion angles (i)
5.3.1 Protein backbone (1)

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

A | 410/421 (100%) | 306 (73%) ) | 31 (%) |
411/421 (98%) 302 (74%) ) | 36 (9%)
409/421 (97%) 296 (72%) | 73 (18%) | 40 (10%)
412/421 (98%) 303 (74%) ) | 34 (8%)
419/421 (100%) | 303 (72%) ) | 40 (10%)
All All 2070/2105 (98%) | 1510 (73%) | 379 (18%) | 181 (9%)

= === =
H|IOlQ|™

5 of 181 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 43 ASN
1 A 44 THR
1 A 60 LYS
1 A 61 SER
1 A 79 ASP

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

WO RLDWIDE
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analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 362/362 (100%) | 298 (82%) | 64 (18%)
1 B 358/362 (99%) 293 (82%) | 65 (18%)
1 C 356/362 (98%) 294 (83%) | 62 (17%)
1 D 359/362 (99%) 296 (82%) | 63 (18%)
1 E 362/362 (100%) | 300 (83%) | 62 (17%)
All All 1797/1810 (99%) | 1481 (82%) | 316 (18%)

5 of 316 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 C 100 ASP
1 C 291 SER
1 E 252 ARG
1 C 123 ASP
1 C 174 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 44 such
sidechains are listed below:

Mol | Chain | Res | Type
1 B 386 ASN
1 C 203 HIS
1 E 203 HIS
1 C 11 ASN
1 C 70 ASN

5.3.3 RNA (D)

Mol | Chain | Analysed | Backbone Outliers | Pucker Outliers
2 R 44/45 (97%) 18 (40%) 2 (4%)

5 of 18 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
2 R 3 C
2 R 5 C
2 R 10 C
2 R 13 C

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
2 R 17 C

All (2) RNA pucker outliers are listed below:

Mol | Chain | Res | Type
2 R 18 C
2 R 41 C

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)

Of 20 ligands modelled in this entry, 20 are modelled with single atom - leaving 0 for Mogul
analysis.

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

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)

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 421/421 (100%) 0.27 32 (7%) 13 . 70, 102, 138, 158 0

1 B 415/421 (98%) 0.12 13 (3%) 49 26 71, 101, 137, 157 0

1 C 413/421 (98%) 0.23 22 (5%) 26 |12 71, 101, 137, 158 0

1 D | 416/421 (98%) 0.24 22 (5%) 26 |12] | 71, 102,137,158 | 0

1 E | 421/421 (100%) 0.34 35 (8%) [111[4] |70, 102, 140,163 | 0

2 R 45 /45 (100%) 20.03 0 o | 97,110,120, 121 | 0
All All 2131/2150 (99%) 0.24 124 (5%) ' 23 70, 102, 138, 163 0

The worst 5 of 124 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
2 SER 16.9
2 SER 14.9
2 SER 9.9
2 SER 9.8

362 | GLY 8.3

e e i
| O 5| = e

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.
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6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. The B-factors column lists the minimum,
median, 95" percentile and maximum values of B factors of atoms in the group. The column
labelled ‘Q< 0.9’ lists the number of atoms with occupancy less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A2) | Q<0.9
3 IUM B 227 1/3 0.81 0.10 | 156,156,156,156 1
3 IUM E 535 1/3 0.87 0.07 | 160,160,160,160 1
3 IUM B 524 1/3 0.92 0.09 | 165,165,165,165 1
3 IUM D 530 1/3 0.92 0.08 | 166,166,166,166 1
3 IUM D 531 1/3 0.94 0.10 | 156,156,156,156 1
3 IUM A 023 1/3 0.95 0.12 | 175,175,175,175 1
3 IUM A 521 1/3 0.95 0.10 | 132,132,132,132 1
3 | IUM E | 533 | 1/3 0.97 | 0.11 | 132,132,132,132 | 1
3 IUM B 525 1/3 0.97 0.09 | 134,134,134,134 1
3 IUM C 529 1/3 0.98 0.13 | 136,136,136,136 0
3 IUM C 928 1/3 0.98 0.10 | 136,136,136,136 1
3 | TUM R | 539 | 1/3 0.98 | 0.14 | 112,112,112,112 | 1
3 IUM R 536 1/3 0.99 0.14 | 130,130,130,130 0
3 | IUM R | 538 | 1/3 0.99 | 0.13 | 126,126,126,126 | 0
3 IUM R 537 1/3 0.99 0.15 | 122,122,122,122 1
3 IUM E 534 1/3 0.99 0.17 | 132,132,132,132 0
3 IUM R 540 1/3 1.00 0.16 | 126,126,126,126 1
3 IUM D 532 1/3 1.00 0.15 | 125,125,125,125 0
3 IUM A 522 1/3 1.00 0.14 | 129,129,129,129 0
3 IUM B 526 1/3 1.00 0.16 | 125,125,125,125 0

6.5 Other polymers (i)

There are no such residues in this entry.
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