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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
Mogul : 1.8.5(274361), CSD as541be (2020)

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 2.61 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 NN i 0.229
Clashscore IR . 17
Ramachandran outliers IS |] W 0.2%
Sidechain outliers M 0.2%
RSRZ outliers N N 1.1%
Worse Better
0 Percentile relative to all X-ray structures
[l Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rree 130704 3163 (2.60-2.60)
Clashscore 141614 3518 (2.60-2.60)
Ramachandran outliers 138981 3455 (2.60-2.60)
Sidechain outliers 138945 3455 (2.60-2.60)
RSRZ outliers 127900 3104 (2.60-2.60)

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
1 A 496 e 51% 23% . 23%
1 B 496 & 50% 25% . 23%
1 C 496 & 50% 22% . 24%
1 D 496 & 51% 22% . 24%
1 D) 496 £ 52% 22% . 23%
1 F 496 L 48% 23% . 24%
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The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-
ria;

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
3 GOL B 503 - - X -
3 GOL B 504 - - X -
3 GOL B 505 - - X -
3 GOL B 506 - - X -
3 GOL C 499 - - X -
3 GOL D 499 - - X -
3 GOL F 499 - - X -
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2  Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 18563 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 LegA class.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 380 ggtlail 18086 5126 5C6)O S 0 0 0
1 B 383 ggt;él 19C()3 5129 5C6)8 S 0 0 0
1 ¢ 375 ggga%l 18059 514\115 5C5)4 S 0 0 0
1 b 376 23;361 15537 514\118 5C5)6 S 0 0 0
L £ 383 ggﬁl 1 901 0 5123 5(6?3 S 0 0 0
L s 377 2833%1 18083 5126 5%)9 2 0 2 0

e Molecule 2 is SULFATE ION (three-letter code: SO4) (formula: O,4S).

S04
0O1

03 O Qo

02
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 A 1 TO;al 2 ? 0 0
2 A 1 TO;al 2 ? 0 0
2 B 1 TO;al EL) ? 0 0
2 B 1 TO;a] i) ? 0 0
2 B 1 TO;al i) ? 0 0
2 B 1 TO;al i) ? 0 0
2 B 1 TO;al i) ? 0 0
2 B 1 TO;al 2 ? 0 0
2 C 1 TO;al 2 ? 0 0
2 C 1 Togal 2 ? 0 0
2 D 1 Togal (i ? 0 0
2 E 1 TO;al (i ? 0 0
2 E 1 TO;al (i ? 0 0

e Molecule 3 is GLYCEROL (three-letter code: GOL) (formula: C3HgO3).

HO

o1

GOL

- OHos

c1 c2/

OH

02
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 A 1 Togal g g 0 0
3 A 1 Togal g g 0 0
3 | B 1 Togal g (3) 0 0
3 B 1 Togal g (3) 0 0
3 B 1 Togal g (3) 0 0
3 B 1 Togal g (3) 0 0
3 B 1 Togal g (3) 0 0
3 C 1 Togal g (3) 0 0
3 C 1 Togal g (; 0 0
3 C 1 Togal g (; 0 0
3 C 1 Togal g (; 0 0
3 D 1 Togal g (3) 0 0
3 D 1 Togal g (3) 0 0
3 D 1 Togal g (3) 0 0
3 E 1 Togal g (3) 0 0
3 F 1 Togal (33 (; 0 0
3 F 1 Togal g (; 0 0
3 F 1 Togal g (; 0 0
e Molecule 4 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 A 53 ngal 5% 0 0
4 B 73 T‘;gal 703 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

4 C 62 Tg;al (?Q 0 0

4 D 60 ngal (?0 0 0

4 E A7 TZ?I i)? 0 0

4 F 46 TZ?I ﬁs 0 0
$PrDE
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Stretches of 2 or more

23%

23%

51%

wwPDB X-ray Structure Validation Summary Report

%

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: LegA class

Page 8

S0TY

980

€84
ZT8A

089

693

SON

6894
841

i)

2GL

87T

9€d
SEN

TeI

[4als
Tea

ST1

TTh

0022
66711
8674
L61a
96714
S6TH

261Ss

TLTT

6973

+

v91D

TOTX

69TY

SST0

€911

€¥11

8ETA

€ETA

TETX
O0ETH

8214

€TTY
CTIN
TTIA
0TI
601D
80TH

901a

LgTd
9€TS
S€TI
veTI

2eTT

9TTA
§gel

81cd
PATAS
91cH

Teh
€121
[414'}

80CH
L0cH
90cN

€0cd

08eT

SYEA

£veN

ceed
T€€S
0€ES

i44°9)

1145

]
LSPd
9991
99PN
PSvN

141728

0S%S
6%%L

el
0v%Y
LEDL
LT%S
ETHV
6THR
8THN
LT9%0
9T¥vd
(4541

90%3

£0%4

T0%L

86EN

S6EA

£6€0

T6€Y
06EV

€8€1

8LEN

Y.LEH

T84
0LEW

89€N

8G€T

SGeM
baey

8%

08%d
6.L%N
8LYN
7L%0

0LPN

3

23%

25%

50%

%

e Molecule 1: LegA class
Chain B: "

STT

S8TN
7812

SLTH

3

0L14

S9IN

2911
TOTA

RLDWIDE

6914

LS1d
9STH

€971
csTh

PAAYS
9%1I
av1a
THIA

SeTa
PETD

TETR

8T11d

9114
STTH

€17d

601D
80TH

901a

YETI

8CTA

{44

{x44]
(4445

0ZTa

81¢H

9TCH

2141}

80CH
L0cH

00ca
6611

96714
S6T1

T61S

181D
98173

0O
PROTEIN DATA BANK

erpBe

W


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

3KSC

wwPDB X-ray Structure Validation Summary Report

Page 9

6TEL

LTEA
9T€EL

(45729
LTYS
£ThY

8THN
L1%0

14521
80%a
v0%a
£0%4
20vA
TO%L

86€EN

3

€6€h

68¢€Y

TLEL
0LEN

€£9€D
C9€EH
T9€d

8GeT

Ll

05€1

9%EL

PheL

THEL
THEY

6EEY

9EEN

CEed
TEES

62€S
8¢ed

9zel

£
2cel

88%YH

98%d

£8%4
(452

08%d
6L7N
8LFN

SLY1T
L%0

SO%d

09%A
63%a

L8%d

SavN

(4578

orP1
SvY

6€%a

e Molecule 1

LEWL

LegA class

%

24%

22%

'I§§
+

50%

Chain C

TTIA
01T
607D

Z8A

9LN

890

841

qqy

€971

8vT
LYY

SEN
veEM

T€I
€cy
[4dl
Tea
0zd

ST1

T61S
T6T4
0671

0L14
6973

SOTN

€97V

0974
6GTYH

LG1d

TSTh

PAAYS

Sy1a

€¥11

TVIA

8ETA

SETA

€€1a

TETX
0ETH

8CT4d

ZTIA

9€Ts
S€TI
beTI
62TH
et4an

0zza
612a

91cH

Teh
€121

60T

L0zYH

S0TA
6671
96TH

S6TH

6E%a

Sevd

6274
8Tva

vy
£THY

0THY

8THN

90%3

70va
€074
To%A

86€N

3

£6€b

68€Y

¥8€X

LLET

YLEH

TLEd
0LEW

89€N
L9EY

T9€d

8G€T
LGEN

SGEM

189€d
08e1

wveL

e

Lgegd
9geN

98%d

L9%T

TOPA
09%A

LG%d

LegA class

SGHN

{42478

0S%S

+

A

e Molecule 1

i4441
4747

%

24%

22%

51%

Chain D

901d

£84

0LI

L9d

094

98N

[4:08

STT
Y14

3

S6TH

T6T4

681N

181D
9813

€LTR
TLTD
TLIT

6973

+

€174

TTIA
01Ty
601D

vecI

GTTL

£€2TH
(4445

0ogeH
612a
81¢H

91cH

2141}
€121

T1ea
()54

L0cTH

€024

Toca
0023
6611

cged
TEES

8ced

£TeY
2Te1

0zeY

® LIEA

O

R LDWIDE
PROTEIN DATA BANK

W



3KSC

wwPDB X-ray Structure Validation Summary Report

Page 10

684

T8€ES

€Led

0LEN

89€EN
L9€Y

£9€D

T9€d

65€S

baey

TS9Ed
0G€T

8%

SveEN
PPeEL
£veN

Tved

Lged
9EEN
GEER

98%d

78791

287

08%d
6.LYN
8LYN
S9%4

09%A

881

GSYN

3

e Molecule 1

Shve

[Vi44S

Gevd

LegA class

%

23%

22%

52%

Chain E

607D
80TH

+

YOTX

0 o
© ©
IM[—'

980
9LN
693
890
L9d
861

98N
qqy

TSL

8YT

SEN

TeI

9TS

[4al
Tza

ST1
A%

L8TH

9LTh

TLTh

0LT4
6972

+

S9TN
91D

2911

0974
6GTH

181d
9STH
feiegdi}
9pTI

€711

8ETA

9ETL
SETA

€E€Ta
CETN
TETX
O0ETH

8¢T4d

[£49

9112
STTY

TN
TTTA

LETd

veTI

[4A)

62Ty

9TTA

€eed
[444S
1ccE
0gecE
61cCa
81cH
LT
91CH

ja24]
€121
[414'3
1720

Y02N

[dv4)

00za
6671

9674
S6TH

T6TS

06TI

(4458

S9N

i

474728

(0448

SERA

62%Y

44

(474

v0%a
£0%4

TO%L

86N

S6EA

£6€b

L8EN

Y8EX

OLEW

99€H

v9es

ToER

89€T

9G€eT

0G€T

8Y%€T

YPEL
£veN

Lged

TEES
0EES

8ced

@ 88%Y

98%d

e Molecule 1

¥8Y1T

09%A

LegA class

%

24%

23%

48%

Chain F

TTIA

601D
80TH
@ LOTH

883
18d

T8NH

8LA

L9d

094
634

L

LS

[4hA

8YT

6€1

1€1

Lza
9Zs

(4%

8N
L0

00z=
6671
8674
L61a
9674
S6TH

3

1614
0671

181D
9814

TLID

6973

+

€97V
2911

LG1d
9STH

3

911
Sh1a

1527

8ETA

S€1a
ETD

TETR
0ETH

8214
LTTA

€C1d

STTH

€174

CeTT
T€TD

8TTA

{44}
€ceh
T
144t

9TCH

2141}
€121

L0TH

oz

Thed
0oved

LEEd

GEER
Peel

9TEI

j£4°%)

0ZeY

LIEA

6C7Y

LTYS

STYS

£THY

0THY

8TTN
L1%D

4521
80%3
70%a
€074
20%A
TO%L

86N
L6ED

S6EA

£6€b

88€D

1

LLET

0LEN

89N
L9gY
99€H
G9€1
voes

T9€d

8GET

9G€T

vaey

L

0Se1

9%eEL

£heN

R LDWIDE

O

PROTEIN DATA BANK

W



Page 11 wwPDB X-ray Structure Validation Summary Report 3KSC

@ o < () 0 ~ 0 2 ® o < © N~
oWy < o o © o s o o ©
4 < < S Sy = < < + < < <+ &
a H o< 2 = a [} 4 = A = a <

il

WO RLDWIDE

er

PROTEIN DATA BANK



Page 12 wwPDB X-ray Structure Validation Summary Report 3KSC
4 Data and refinement statistics (i)
Property Value Source
Space group P 212121 Depositor
Cell constants 129.78A4  148.44A 149.89A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 49.06 - 2.61 Depositor
Resolution (4) 49.06 — 2.61 EDS
% Data completeness 99.3 (49.06-2.61) Depositor
(in resolution range) 99.3 (49.06-2.61) EDS
Rinerge 0.09 Depositor
Raym (Not available) Depositor
<IJo(l)>" 2.52 (at 2.61A) Xtriage
Refinement program PHENIX (phenix.refine: 1.5 2) Depositor
R R 0.175 , 0.234 Depositor
» Hhfree 0.172 , 0.229 DCC
Rfree test set 4426 reflections (5.02%) wwPDB-VP
Wilson B-factor (A?) 37.0 Xtriage
Anisotropy 0.362 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.37 , 33.0 EDS
L-test for twinning” <|L| > =045, < L?*>=10.27 Xtriage
Estimated twinning fraction 0.069 for -h,L.k Xtriage
F,.F. correlation 0.94 EDS
Total number of atoms 18563 wwPDB-VP
Average B, all atoms (A?) 36.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.35% 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: GOL,
SO4

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 | &y /a7 #é\ >5 | RMSZ #é\ >5
1 A 0.32 | 0/3070 | 0.51 | 0/4155

1 B 0.33 | 0/3098 | 0.51 | 0/4192

1 C 0.33 | 0/3023 | 0.52 | 0/4090

1 D 0.32 | 0/3037 | 0.51 | 0/4109

1 E 0.33 | 0/3106 | 0.51 | 0/4203

1 F 0.31 | 0/3068 | 0.51 | 0/4148

All | Al | 032 | 0/18402 | 0.51 | 0/24897

There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.

There are no planarity outliers.

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 3011 0 2962 108 0
1 B 3039 0 2979 120 0
1 C 2967 0 2920 114 0
1 D 2980 0 2928 118 0
1 E 3045 0 2995 109 0
1 F 3007 0 2958 112 0
2 A 10 0 0 0 0

Continued on next page...


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry
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Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 B 30 0 0 0 0
2 C 10 0 0 0 0
2 D 5 0 0 1 0
2 E 10 0 0 0 0
3 A 12 0 16 2 0
3 B 30 0 40 27 0
3 C 24 0 32 11 0
3 D 18 0 24 8 0
3 E 6 0 8 0 0
3 F 18 0 24 7 0
4 A 53 0 0 9 0
4 B 73 0 0 5 0
4 C 62 0 0 1 0
4 D 60 0 0 1 0
4 E 47 0 0 1 0
4 F 46 0 0 3 0

All All 18563 0 17886 616 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 17.

The worst 5 of 616 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:31:ILE:HG21 1:E:169:GLU:HG2 1.27 1.16
1:F:186:GLU:HG3 1:F:187:GLY:H 1.17 1.08
1:D:391:ARG:HG3 | 1:D:391:ARG:HH11 1.15 1.04
1:D:328:PRO:HG3 | 3:D:500:GOL:H31 1.41 1.03
1:F:31:ILE:HG21 1:F:169:GLU:HG2 1.41 1.00

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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone
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The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
A 372/496 (75% 350 (94% 2 (0%) 29 52
375/496 (76% 1 (0%) 41 64

) ) )
(76%) (95%) (5%)
367/496 (74%) | 341 (93%) | 26 (7%) 0 |
368/496 (74%) | 344 (94%) | 24 (6%) 0
(76%) (94%) (6%)
( (95%) (5%)

375,496 (76% 1 (0%) 41 64
371/496 (75%) | 353 (95% 1 (0%) A1 64
All | ALl | 2228/2976 (75%) | 2097 (94%) | 126 (6%) | 5 (0%) 47 71

— = = = =] =
EsliNe B R Wl RGN lvs)

All (5) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 E 236 SER
1 F 87 PRO
1 A 153 LEU
1 B 153 LEU
1 A 235 ILE

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 324/425 (76%) | 298 (92%) | 26 (8%) 12 24
1 B 327/425 (77%) | 300 (92%) | 27 (8%) 22
1 C 319/425 (75%) | 287 (90%) | 32 (10%) 14
1 D 320/425 (75%) | 295 (92%) | 25 (8%) 12 25
1 E 327/425 (T7%) | 294 (90%) | 33 (10%) 14
1 F 323/425 (76%) | 287 (89%) | 36 (11%) El
All | ALl | 1940/2550 (76%) | 1761 (91%) | 179 (9%) | |91 17

5 of 179 residues with a non-rotameric sidechain are listed below:

WO RLDWIDE
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Mol | Chain | Res | Type
1 C 460 VAL
1 D 196 ARG
1 F 354 ARG
1 C 485 VAL
1 D 88 GLU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 110 such
sidechains are listed below:

Mol | Chain | Res | Type
1 C 214 GLN
1 D 108 HIS
1 F 189 ASN
1 C 368 ASN
1 C 455 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)

31 ligands 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
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).


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " R\isz, T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
3 GOL B 506 - 5,5,5 0.45 0 5,9,5 0.27 0
3 GOL B 507 - 5,5,5 0.40 0 5,9,5 0.35 0
3 GOL D 500 - 5,5,5 0.38 0 5,5,5 0.27 0
3 GOL D 499 - 5,5,5 0.37 0 5,9,5 0.24 0
2 S04 A 498 - 4,4.4 0.14 0 6,6,6 0.09 0
2 SO4 B 500 - 4.4.4 0.12 0 6,6,6 0.12 0
3 GOL A 499 - 5,9,5 0.39 0 9,9,5 0.19 0
3 GOL C 499 - 5,5,5 0.36 0 5,9,5 0.38 0
2 SO4 B 501 - 4,4,4 0.14 0 6,6,6 0.11 0
2 SO4 B 502 - 4.4.4 0.13 0 6,6,6 0.11 0
3 GOL F 499 - 5,9,5 0.36 0 5,9,5 0.21 0
3 GOL E 499 - 5,5,5 0.35 0 5,5,5 0.32 0
3 GOL C 502 - 5,9,5 0.40 0 5,9,5 0.42 0
2 SO4 B 498 - 4,44 0.19 0 6,6,6 0.17 0
3 GOL C 500 - 5,5,5 0.44 0 5,9,5 0.59 0
3 GOL D 498 - 5,5,5 0.36 0 5,5,5 0.25 0
2 SO4 A 497 - 4,44 0.17 0 6,6,6 0.09 0
2 SO4 B 497 - 444 0.17 0 6,6,6 0.29 0
2 SO4 D 497 - 4,44 0.12 0 6,6,6 0.11 0
3 GOL B 505 - 5,9,5 0.37 0 9,9,5 0.47 0
3 GOL C 501 - 5,9,5 0.34 0 5,9,5 0.29 0
3 GOL F 497 - 5,5,5 0.31 0 5,9,5 0.46 0
2 SO4 C 498 - 4,44 0.15 0 6,6,6 0.10 0
3 GOL A 500 - 5,5,5 0.32 0 5,5,5 0.26 0
2 S04 E 497 - 444 0.16 0 6,6,6 0.07 0
2 SO4 C 497 - 4,44 0.13 0 6,6,6 0.13 0
2 SO4 B 499 - 4,44 0.16 0 6,6,6 0.17 0
3 GOL B 504 - 5,5,5 0.39 0 5,9,5 0.58 0
3 GOL B 503 - 5,5,5 0.29 0 5,5,5 0.37 0
3 GOL F 498 - 5,5,5 0.39 0 5,5,5 0.31 0
2 SO4 E 498 - 44,4 0.15 0 6,6,6 0.09 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
3 GOL B 506 - - 4/4/4/4 -
3 GOL A 499 - - 4/4/4/4 -
3 GOL C 499 - - 2/4/4/4 -
3 GOL C 500 - - 1/4/4/4 -

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings

3 GOL D 498 - - 0/4/4/4 -
3 GOL A 500 - - 0/4/4/4 -
3 GOL F 498 - - 4/4/4/4 -
3 GOL B 507 - - 2/4/4/4 -
3 GOL B 504 - - 4/4/4/4 -
3 GOL B 503 - - 4/4/4/4 -
3 GOL D 500 - - 4/4/4/4 -
3 GOL D 499 - - 2/4/4/4 -
3 GOL F 499 - - 2/4/4/4 -
3 GOL C 502 - - 4/4/4/4 -
3 GOL B 505 - - 2/4/4/4 -
3 GOL C 501 - - 0/4/4/4 -
3 GOL F 497 - - 2/4/4/4 -
3 GOL E 499 - - 2/4/4/4 -

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

5 of 43 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms

3 B 506 | GOL | C1-C2-C3-03
3 B 507 | GOL | O1-C1-C2-02
3 B 507 | GOL | O1-C1-C2-C3
3 D 500 | GOL | O1-C1-C2-C3
3 D 499 | GOL | O1-C1-C2-C3

There are no ring outliers.

17 monomers are involved in 56 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 B 506 | GOL 4 0
3 B 507 | GOL 3 0
3 D 500 | GOL 2 0
3 D 499 | GOL 5 0
3 C 499 | GOL 4 0
3 F 499 | GOL 4 0
3 C 502 | GOL 3 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 C 500 | GOL 3 0
3 D 498 | GOL 1 0
2 D 497 | SO4 1 0
3 B 505 | GOL 4 0
3 C 501 | GOL 1 0
3 F 497 | GOL 1 0
3 A 500 | GOL 2 0
3 B 504 | GOL 10 0
3 B 503 | GOL 6 0
3 F 498 | GOL 2 0

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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#polymer_linkage
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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 | 380/496 (76%) 0.27 | 4 (1%) 80 |78 | 20,34,69,124 | 0

1 B 383 /496 (77%) 033 | 5(1%) 77, 73 | 18,31,66,106 | 0

1 C | 375/496 (75%) 031 | 5(1%) 77, 73 | 20,32,60,96 | 0

1 D 376/496 (75%) 035 | 3(0%) 861184 |18, 31,60,105| 0

1 E | 383/496 (77%) 030 | 5(1%) 77, 73 | 18,32,62, 113 | 0

1 F 377/496 (76%) 0.25 | 3(0%) 861184 | 22,36,68,103| 0
All All 2274/2976 (76%) -0.30 25 (1%) 180 78 | 18, 33, 65, 124 0

The worst 5 of 25 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 E 488 | ARG 5.3
1 B 235 | ILE 5.0
1 E 236 | SER 4.8
1 A 237 | PRO 4.7
1 B 236 | SER 4.3

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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
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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(A?) | Q<0.9
3 GOL D 500 6/6 0.87 0.14 46,52,52,53 0
3 GOL D 499 6/6 0.89 0.17 41,45,50,56 0
3 GOL C 499 6/6 0.90 0.30 37,54,64,64 0
3 GOL F 497 6/6 0.90 0.14 43,56,59,61 0
3 GOL B 503 6/6 0.90 0.21 37,43,47,48 0
3 GOL E 499 6/6 0.91 0.18 30,43,48,57 0
3 GOL B 505 6/6 0.91 0.18 31,42,42.64 0
3 GOL B 207 6/6 0.91 0.22 35,43,51,59 0
3 GOL F 499 6/6 0.91 0.18 07,61,70,71 0
2 S04 B 502 5/5 0.93 0.12 63,70,84,86 0
3 GOL A 500 6/6 0.93 0.22 45,51,57,60 0
3 GOL B 506 6/6 0.93 0.23 13,28,31,34 0
3 GOL C 501 6/6 0.94 0.12 44,49,51,52 0
2 S04 E 497 5/5 0.94 0.14 59,69,83,92 0
3 GOL D 498 6/6 0.94 0.17 42,51,57,59 0
3 GOL F 498 6/6 0.94 0.11 44,55,58,59 0
3 GOL B 504 6/6 0.95 0.23 37,38,41,43 0
3 GOL C 502 6/6 0.95 0.14 43,45,52,56 0
2 S04 C 497 5/5 0.95 0.10 56,58,68,80 0
2 S04 E 498 5/5 0.95 0.15 67,74,89,95 0
2 S04 C 498 5/5 0.96 0.14 52,55,67,68 0
2 SO4 B 500 5/5 0.96 0.10 46,56,68,70 0
3 GOL A 499 6/6 0.96 0.13 30,55,58,62 0
2 S04 D 497 5/5 0.96 0.15 59,66,79,81 0
3 [GOL | C |500]| 6/6 0.97 | 0.27 | 34,37,39,44 0
2 S04 B 501 5/5 0.97 0.10 46,52,66,66 0
2 S04 A 497 5/5 0.98 0.16 46,50,66,74 0
2 S04 B 499 5/5 0.98 0.13 41,43,48,52 0
2 SO4 A 498 5/5 0.98 0.11 64,66,74,78 0
2 S04 B 497 5/5 0.99 0.13 40,42,49,55 0
2 S04 B 498 5/5 0.99 0.14 28,29,33,35 0

6.5 Other polymers (i)

There are no such residues in this entry.


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