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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 : 4-5-2 with Phenix2.0

Mogul : 2022.3.0, CSD as543be (2022)
Xtriage (Phenix) : 2.0
EDS : 3.0
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
CCP4 : 9.0.010 (Gargrove)
Density-Fitness : 1.0.12
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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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 4.14 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
Rfree I P 0298
Clashscore | - (o
Ramachandran outliers I ([—— (2%
Sidechain outliers NN 0
RSRZ outliers NN W 7.9%
Worse Better

I Percentile relative to all X-ray structures

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

Motric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Riree 180053 1004 (4.46-3.82)
Clashscore 190562 1004 (4.44-3.84)
Ramachandran outliers 187476 1224 (4.48-3.80)
Sidechain outliers 187428 1211 (4.48-3.80)
RSRZ outliers 180081 1001 (4.46-3.82)

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% 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
5%
1 A 709 — 64% 35%
7%
1 D 709 — 66% 33%
5%
2 B 754 - 66% 28% 6%
5%
2 C 754 - 66% 29% =
13%
3 E 774 64% 35%

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

Mol | Chain | Length Quality of chain
3 F 774 = 63% 36%
4 G 28 18% 18% 7% 57%
5 H 10 50% 50%
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2 Entry composition (i)

There are 6 unique types of molecules in this entry. The entry contains 35282 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 Polymerase acidic protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! A 708 E%Zl 36%4 91;12 1(?65 4S5 0 0 0
1 b 708 E%ZI 36%4 91;12 1(%5 4S5 0 0 0
e Molecule 2 is a protein called RNA-directed RNA polymerase catalytic subunit.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 710 E(())’Egl 35084 9118 10057 584 0 0 0
2 ¢ 2 E%Zl 3(%8 91;11 1()07 3 584 0 0 0
e Molecule 3 is a protein called Polymerase basic protein 2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 B e g(izaol 3&%3 1(1)\; 9 11(11 387 0 0 0
3 d e lf)j(izaol 3&%3 1(1)\; 9 11041 387 0 0 0

e Molecule 4 is a protein called DNA-directed RNA polymerase subunit.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
4 G 12 97 5 12 27 2 0 0 0

e Molecule 5 is a protein called ALA-ALA-ALA-ALA-ALA-ALA-ALA-ALA-ALA-ALA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
g H 10 50 30 10 10 o0 0 0
gPDB



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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e Molecule 6 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
6 A 2 9 9 0 0
Total Mg
6 D 2 9 9 0 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 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). 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.

e Molecule 1: Polymerase acidic protein
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e Molecule 2

Y0LY

S69A

RNA-directed RNA polymerase catalytic subunit

6%

28%

66%

5%

Chain B

9074
S0T4

181

78N
€80

8.1
1.3

TLD

690
894

994

9L

YIA

1

64
8
A
9k

TN

cd

seel

Teer

vier

L,02d

® So0Ty

06TA

88T.L

€814

1871

SLIHN

CLIN
TLIA

897X
L9714

6GTd

ST

0STA

(074978

vemm

TETL

821D

1

(43
TTIH

7821
€823
[4:14 4
T8¢y

S.LZA
¥l2d
€.L271
S920
voT1
€924
TGy
8¥%CH

4441

b

L0%D
90%D

70v1

TO%A

66€)
86€D

® 8LER
LLEN

SLEW

CTLEV

SESH
PESN

8TSH

€2Sa
® 2TSA

0zsa

L1SD

GTSL

L0SY
9081

3

20S4d

T0S4

96¥N

€674

0671

88%d
18%1

987D

08%1

LLYN
9.LYI

YLVI

89YN
L9%4
9974
S9%d

29%M

09%1

icidl
€SPA

0S¥T

[4474¢

BETM

2€9d

829d

vcou

LT9W

194
€193

07193

909H
G091

€098

TOON
06ST
7891
08594
LLST
9181
SLSY
048X

€9SH
29SA

095X

LS54

0554
6791

LYSW

€¥SS
2¥Sd
T¥Ss
0¥%ST

8ESN

O

R LDWIDE
PROTEIN DATA BANK

W



6F5P

wwPDB X-ray Structure Validation Summary Report

Page 8

ST

ETLY

80LN
L0LY

GO0LI
TOLI
T69W

L89W
9890

€893
2894

089V
B6LON

9,94
® SL9W

TL97T

® 199N

S99

€994

099H
6591

L

SS9V

9E€LA

11

e Molecule 2

acTLyY

LTLY

RNA-directed RNA polymerase catalytic subunit

(43

9074

29%

€L3

TLD

894

994
S94

194
09A

eistc
7SA

66%

i44S
€ed
[44S

YT

64

5%

L1
E2

TN

Chain C

TH

(g4

8€TT
® LeTd
® 9€Td

® TeETy

L

v1er

,02d

S0TH

® 06TA

88TL

® €814

1811

SLTH

CLIW
TLY

89TX
L9914

6GTd

YS9

® O0STA

O%TH

veETM

TETL

81D

6veN
8¥eEN

€ved
cvey

9€EN

veeT

0€Eq
62EN

L2ET

81€d

91€d

¥1€0

TTEM
oTex

Y0€T

20EN
TOEV

b

S62ZH
v6cH

9821

-
S |
=

¥8C1
€82)
[4sta g
1824

6,23
SL2A
® Pv.izd
0L23
§920
v921
€9y
TScH

8¥TN

i4z44

e Tvcd

0S¥T

® <C¥vl

B6ETM
8EVA

9EVD

eV
eV
oevd
® 62vd
8T
VX428

{4428
€T¥S

0zyT

L1%S

6071

L0%D
90%D
S0%d
v0¥1

66EN
86ed

8LEX
LLEN

SLEN

TLEY

0LET

89€A
L9ed

T9EN

6S€T

LS€I
95€D

0sed

2¥Sd
7SS
0%ST

8ESN

SESH
PESN

8CZSH

€250
[44°1%

0zsa

L19D

STSL

Ll

LOSY
90ST

2054
T0Sd

967
€674
687

88%d
L8V

S8¥D

08¥%1

LLYN
9.L¥1

YLYI
897N
L9%4
9974

T9VM

09%1

siad
€SPA

€94
T€9d

829d

vcod
€TON

LT9N

¥194
€194

0193

909H
S091

TO9N

06571

¥8SI

0854

LLST
9.S1

0LS%

€9GH
C29SGA

095X
LSSY
TSSI
0854
6%

¥¥SL
€¥%SS

in 2

1c prote

Polymerase basi

e Molecule 3

13%

35%

64%

Chain E

0S4
671
8¥%S

6€TH
8ETH

SeTI
verd

TETY

8CTY

STTy
45

(4498
TCIA

O

R LDWIDE
PROTEIN DATA BANK

W



6F5P

wwPDB X-ray Structure Validation Summary Report

Page 9

LLTy

oL

692A

9921

® €92y

®
@ 2saN

@ 0Szd
6%2h

® LM
9%CL

® ©wved
E€%2H

15744

Legd

® 9€TN

€eed

8¢cd
pxaa s

€ced

8124

ETTH

L

60CA
802d

902N

Tozgv
@ 00zd

86TS

09€D

@ 8SE€I
LSEX

GSEL

€5EN

TSEN

6%€D

b

even
TYeT

0vEN

SEET

@ Teel
0gED

veexn
€2€0
[44°9%

0ozeNn
61€T

L1€8

0T€I

@ 80gd

70€Y

L

@ 862d
L6TH

b

26CI

8821
18¢H

1

€8CN

18¢I
08CS

8EWN

8¢Sy

vZsa

1254

FToA

(45208

L09I

€09H

Ll

S694

T6SA

L

£€89d
28SI

3

915D
S.S7T

9994
G951

29SL

7591
€450
2¢S8Sd
TSSH
05sb
6754

L%SA

EYSL
{4728

L€Sd
9€5T
SESA

€EST

TESY

L69A
® 969A

7694

2694
1691

® 6891
889D

S89X
7891

289S

9.L9M

0L9N

7994

8594
L5971

€594

169D

0294

69.%

154

® SS.iS

€9LL
[47X:|

08.4
6Y.LL

LvLA
® 97.iS
SP.LD
7LD

VLA
7.4

Polymerase bas

6T.Ld
8T.Q

97,3

e Molecule 3

PTLA
€TLS

ic protein 2

36%

63%

11%

Chain F

€0TN

00TS

994

YON

6EL

6CA
8CL

YT
E€CH

614

TTX

6L1V
8.L14

@ 9.1d

6€Td
8ETA

SETI
vera

T€TH

82TH

SCTH
iZ45

[249%
12TA

6113

ETIN

1110

L0T4
90TN

(44}

05zd
672h

® LvTM

i444)
€920
(474t

Leed
9ETN
Secd

£€Td

0ETY

® 8ctd
LTTA

€22y

8124

E€TCH

60CA
® 80cd

902N

06TA
68TN

S8T4

SSEL

€5EN1

TGEN

67€D

€Thd
(44728

61%a

72Sa

T2sd

L1SS

@ ©Ig1T
€TSH

053

SOSH

86¥I
L6%L

€671
26YS
T6v%
06%I

S8%D
¥8¥va

T8I

6.%S

|

cLYL

69V1

1994

€991

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



6F5P

wwPDB X-ray Structure Validation Summary Report

Page 10

POl

TE9X

LZ9A
9290

0294

TT9A

[45:)8

1091

G694

T6SA

€89d
¢8SI

k

915D
GLST

9983
G951

2981

b

7551

2¢SSd
TSSH
0SS0
6754

L¥SA

SHS0

e¥eL
{47418

L

L€9d
9€ST
SESA

€EST

TESV

825y

8ELA
LELY

veLd
€ELD

9c.LY
STLL

TTLY

6T.Ld
81,0

91.d

€TLS

60.LT

LOLY

S0.LS
70LL
@ €0.a

1

L69A

769d

® 7694
T691

6891
889D

® S89%
7891

2898
1898

9.L9M

0L9N
699A

994

8594
L5971

€594

TS890

@ 693
ol 8oL |
L9LA
€9LA

PASPX:S

SGG.LS

€GLL
[4syx:

®
e Molecule 4: DNA-directed RNA polymerase subunit

0§24
67LL

LYLA
VLS
SP.LD
7LD

cvLN
Tv.L4

6€.L4

57%

18%

18% 7%
A oA

e Molecule 5: ALA-ALA-ALA-ALA-ALA-ALA-ALA-ALA-ALA-ALA

0
b

©
A

Chain G:

50%

50%

Chain H:

O

R LDWIDE
PROTEIN DATA BANK

W



Page 11 wwPDB X-ray Structure Validation Summary Report 6F5P

4 Data and refinement statistics (i)

Property Value Source
Space group P 43 21 2 Depositor
Cell constants 185.70A 185.70A 597.59A .
Depositor
a, b, c, a, B, 90.00° 90.00° 90.00°
Resolution (4 513 - a1 s
% Data completeness 68.9 (131.31-4.14) Depositor
(in resolution range) 68.9 (131.31-4.14) EDS
Rinerge (Not available) Depositor
Reym (Not available) Depositor
<I/o(I)>" 2.35 (at 4.15A) Xtriage
Refinement program PHENIX (1.10.1 2155: 777) Depositor
R R 0.260 , 0.296 Depositor
7 Phfree 0.262 , 0.298 DCC
Rree test set 2819 reflections (3.49%) wwPDB-VP
Wilson B-factor (A?) 105.8 Xtriage
Anisotropy 0.115 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.30 , 145.3 EDS
L-test for twinning? <|L| > =046, < L? > =029 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.82 EDS
Total number of atoms 35282 wwPDB-VP
Average B, all atoms (A?) 145.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.29% 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.
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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: MG,
SEP

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 | prigy7 1 47155 | RMSZ #4|Z| >5

1 A 0.24 | 1/5855 (0.0%) | 0.54 | 12/7866 (0.2%)

1 D 0.24 | 2/5855 (0.0%) | 0.54 9/7866 (0.1%)

2 B 0.20 0/5741 0.45 3/7716 (0.0%)

2 C 0.25 1/5835 (0.0%) | 0.47 4/7839 (0.1%)

3 E 0.20 | 2/6251 (0.0%) | 0.46 | 2/8415 (0.0%)

3 F 0.20 | 2/6251 (0.0%) | 0.45 0/8415

4 G 0.30 0/79 0.60 0/105

5 H 0.54 0/49 2.90 8/67 (11.9%)
All All 0.22 | 8/35916 (0.0%) | 0.50 | 38/48289 (0.1%)

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 D 0 4
B 0 1
2 C 0 1
All All 0 7

The worst 5 of 8 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 C 30 | MET SD-CE | -8.09 1.59 1.79
3 F 249 | GLN | CD-NE2 | -7.50 1.17 1.33
3 E 249 | GLN | CD-NE2 | -7.42 1.17 1.33
1 A 238 | ILE | CG1-CD1 | -7.29 1.23 1.51
1 D 238 | ILE | CG1-CD1 | -7.16 1.23 1.51



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry

Page 13

wwPDB X-ray Structure Validation Summary Report

6F5P

The worst 5 of 38 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
5 H 3 ALA CB-CA-C | -10.83 95.31 111.77
) H 7 ALA N-CA-CB -9.24 94.96 109.19
1 D 33 | ARG | NE-CZ-NH2 | 9.08 127.37 119.20
) H 3 ALA N-CA-C 8.43 126.79 107.48
1 D 33 | ARG | NE-CZ-NH1 | -8.27 113.23 121.50

There are no chirality outliers.

5 of 7 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 204 | GLN | Sidechain
1 D 204 | GLN | Sidechain
1 D 472 | GLN | Peptide
1 D 473 | GLU | Peptide
1 D 664 | GLY | 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 2736 0 5749 235 0
1 D 5736 0 5749 224 0
2 B 5643 0 5736 195 0
2 C 9736 0 5837 214 0
3 E 6140 0 6250 220 0
3 F 6140 0 6250 236 0
4 G 97 0 73 11 0
) H 20 0 92 0 0
6 A 2 0 0 0 0
6 D 2 0 0 0 0

All All 35282 0 35696 1145 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 16.

The worst 5 of 1145 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:D:410:GLU:OE1 1:D:411:LEU:N 1.59 1.34
1:A:410:GLU:OE1 1:A:411:LEU:N 1.59 1.34
3:E:367:GLU:O 3:E:418:ARG:NH1 1.87 1.08
3:F:367:GLU:O 3:F:418:ARG:NH1 1.87 1.07
1:A:410:GLU:OE1 | 1:A:411:LEU:HB2 1.57 1.05

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 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 706/709 (100%) | 674 (96%) | 31 (4%) 1 (0%) 48 |81

1 D 706/709 (100%) | 678 (96%) | 27 (4%) 1 (0%) 48 |81

2 B 702/754 (93%) 678 (97%) | 23 (3%) 1 (0%) 48 |81

2 C 715/754 (95%) 691 (97%) | 23 (3%) 1 (0%) 48 |81

3 E 769/774 (99%) 732 (95%) | 35 (5%) 2 (0%) 36 70

3 F 769/774 (99%) 731 (95%) | 36 (5%) 2 (0%) 36 70

4 G 8/28 (29%) 6 (75%) | 1(12%) | 1 (12%) 0

5 H 8/10 (80%) 6 (75%) | 2 (25%) 0 (100 [ 100]
All All 4383/4512 (97%) | 4196 (96%) | 178 (4%) | 9 (0%) 43 176

5 of 9 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
4 G 13 PRO
3 E 89 VAL
3 E 533 ILE
3 F 89 VAL
3 F 533 ILE
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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 630/631 (100%) | 630 (100%) 0
1 D 630/631 (100%) | 630 (100%) 0
2 B 630/669 (94%) 630 (100%) 0
2 C 639/669 (96%) 639 (100%) 0
3 E 676/679 (100%) | 676 (100%) 0
3 F 676/679 (100%) | 676 (100%) 0
4 G 10/24 (42%) 10 (100%) 0
All All 3891/3982 (98%) | 3891 (100%) 0

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

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 52
such sidechains are listed below:

Mol | Chain | Res | Type
2 C 534 ASN
3 E 454 GLN
3 F 626 GLN
2 C 563 HIS
3 E 78 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)

2 non-standard protein/DNA /RNA residues are modelled in this entry.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond

WO RLDWIDE

PROTEIN DATA BANK
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length (or angle) is the number of standard deviations the observed value is removed from the
expected value. A bond length (or angle) with |Z] > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link Counts | RMSZ | #|Z| > 2 | Counts | RMSZ | #|Z] > 2
4 SEP G 12 8,9,10 1.48 1 (12%) | 7,12,14 | 2.32 2 (28%)
SEP G 5 8,9,10 1.62 1 (12%) | 7,12,14 | 1.14 0

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-” means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
4 SEP G 12 4 - 6/6/8/10 -
4 SEP G 5 4 - 6/6/8/10 -
All (2) bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 G 5 SEP | P-O1P | 3.55 1.61 1.50
4 G 12 SEP | P-O1P | 3.10 1.60 1.50
All (2) bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
4 G 12 SEP | OG-CB-CA | 5.12 113.13 108.14
4 G 12 | SEP | O3P-P-OG | 2.73 113.79 106.67
There are no chirality outliers.
5 of 12 torsion outliers are listed below:
Mol | Chain | Res | Type Atoms
4 G 5 SEP | N-CA-CB-OG
4 G 5 SEP | C-CA-CB-OG
4 G 5 SEP | CB-OG-P-O2P
4 G 5 SEP | CB-OG-P-O3P
4 G 12 | SEP | N-CA-CB-0OG

There are no ring outliers.

2 monomers are involved in 5 short contacts:
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
4 G 12 | SEP 2 0
4 G 5 SEP 3 0

5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

Of 4 ligands modelled in this entry, 4 are monoatomic - 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 708/709 (99%) 0.67 40 (5%) 30 27 | 65,123, 199, 259 0
1 D 708/709 (99%) 0.71 50 (7%) 22 22 | 67,140, 219, 293 0
2 B 710/754 (94%) 0.60 34 (4%) 35 31 | 63,115, 202, 293 0
2 C 721/754 (95%) 0.57 38 (5%) 32 28 | 75,135, 203, 265 0
3 E 771774 (99%) 1.01 101 (13%) 71, 161, 254, 321 0
3 F 771774 (99%) 0.92 84 (10%) 13} | 82, 161, 229, 299 0
4 G 10/28 (35%) 0.88 0 | 167, 181, 197, 197 0
5 H 0/10 - - - -
All | Al | 4399/4512 (97%) 0.75 347 (7%) | 18] 120 | 63, 139, 226, 321 0

The worst 5 of 347 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
242 | ALA 6.5
200 | PHE 5.7
341 | GLY 5.5
497 | LYS 5.2
340 | LEU 5.0

2
3
1
1
1

> > O o W

6.2 Non-standard residues in protein, DNA, RNA chains (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(A?) | Q<0.9
4 SEP G 12 10/11 0.51 0.14 | 191,224,246,253 0
4 SEP G ) 10/11 0.77 0.15 | 184,191,200,207 0

WO RLDWIDE
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6.3 Carbohydrates (i)

There are no oligosaccharides in this entry.

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< 0.97 lists the number of atoms with occupancy less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
6 MG D 801 1/1 0.03 0.33 | 145,145,145,145 0
6 MG A 801 1/1 0.26 0.24 | 103,103,103,103 0
6 MG D 800 1/1 0.65 0.17 | 193,193,193,193 0
6 MG A 800 1/1 0.85 0.15 | 116,116,116,116 0
6.5 Other polymers (i)
There are no such residues in this entry.
$roe
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