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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

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 3.00 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value
Rfrec I I W 0261
Clashscore - 40
Ramachandran outliers NN | N 0.3%
Sidechain outliers D 11.7%
RSRZ outliers NN 0.7%
Worse Better

I Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rree 180053 2672 (3.00-3.00)
Clashscore 190562 2977 (3.00-3.00)
Ramachandran outliers 187476 2877 (3.00-3.00)
Sidechain outliers 187428 2880 (3.00-3.00)
RSRZ outliers 180081 2671 (3.00-3.00)

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
1 A 482 47% 39% 11%
1 B 482 : 48% 39% 11%
1 C 482 46% 40% 12%
1 D 482 L 48% 38% 12%
1 E 482 : 46% 43% 10% -

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
%
1 F 482 . 48% 39% 0% -
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2 Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 23256 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 ALPHA-L-ARABINOFURANOSIDASE DOMAIN PROTEIN.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L A 481 g‘;t?%l 24CS6 614\116 739 1S5 0 0 0
L B 481 ggt;él 24%6 611\116 7(2)9 1S5 0 0 0
L ¢ 481 ggg?il 24%6 611\116 7(2)9 1S5 0 0 0
L b 481 rl?:g%l 2586 611\116 7(2)9 1S5 0 0 ¥
L . 481 ?8);21 24086 614\56 7(2)9 185 0 0 0
L s 48 ?8);21 2586 614\56 7(2)9 1S5 0 0 0

There are 6 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A 1 HIS - expression tag | UNP G4FHJ5
B 1 HIS - expression tag | UNP G4FHJ5
C 1 HIS - expression tag | UNP G4FHJ5
D 1 HIS - expression tag | UNP G4FHJ5
E 1 HIS - expression tag | UNP G4FHJ5
F 1 HIS - expression tag | UNP G4FHJ5



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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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: ALPHA-L-ARABINOFURANOSIDASE DOMAIN PROTEIN

11%

39%

47%

Chain A:

ELA

TLN

69D

LOM
994
S971

€9d

8G)
LSA

Ll

0y

Sva

€71
Zvd

6€d

€D

(438

0eYd

8¢1

vcd

CeTa

9CTH
SCIN

€CTS

9TTI

5%

1114
OTTI

T0TL

860

96M

761
164

18d
980

¥8d

08d

8LM
LLH

LS

LYTA

1474298
€vCA

0¥zs
6ETH
8ETL

9€Cd
SECH
YETA

zeeI
T€cd

6¢CI
8¢CA

STV

€zeh

S6TL
L8TX
9874

€8TL
[4:397¢

8LTh
SL19

YLTX
ELTH

TLIN

i

2624

98CX
S8CM

9.LT%

¥.2D

TLTH

0.2V

892a

99CZKH

€921

1

€5CT

TGCA

0LEL

89€S

£9¢e%
C9EN

SGEN
vsen

05€e4d

LYEX

£7€T

T9€T

TOPI
09%L
6357

¥SvA
€SPA
CSPN

0SPN

9VIN
SvvY

EVIN
(4747
vva

6€7D
8ETL

9EVL

617
8T¥1

917

® CI¥A

0T¥A

SO%T

[4sice
T8%A

e Molecule 1: ALPHA-L-ARABINOFURANOSIDASE DOMAIN PROTEIN

%

Chain B: .

11%

39%

48%

LS
€LA

TLN

[0}
©
o

LOM
994

PoN
£9d

854
LSA

T
i

0S4

Ll
Ll

€%
Zvd

6€d

€D

(438

0gd

821
LTH

S
N
[

©

o

=

[443)

6TH

9T1

42!

SL1D
YLIX
ELTH

TLIN

69TI

79TA
€9TN
C9TA

6STd

LST1D

7STY

CYIN

9CTH
STIN

{4423

+
T

9TTI
S11d
vty

1114
0TTI

€0TY

TOTL

761
164
06A
68d

980d

78d

08a

LLH

8SCI

eistace
[0

LyTA

4798
€¥CA

0ves
6€TH
8€TL

SETH
veTK

Teed
0€Ta
62cI

{44 4

€TeTh

§Ted
712a

[q549]

80CI
0TV
902X
S02I

202a

00ZA
661X
86TH

96T
S6TL
Y6TA

L8TX
9814

€8TL

8L10

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W


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

wwPDB X-ray Structure Validation Summary Report 4ATW

Page 6

SEEH
YeET

TeeT
0EEY

862d

062a
68CS

€921
(421488

092A

® <CIvk

(15718
60%A
807V

SO0PT

T0%a

66€S
86€1

96EY

veev

68EY

G8€S
v8ed

i

6LET
8LEd

LT

TLER

89€S
L9ET

€9€)
T9EN

YSEA

LEEH

T8V

6.LVI

YLy
€L¥d
TLYA

0L%L
69%H

L9%4
9974

8S¥S

SSPa
vSvA
€SPA
TSPN
TS%d
0S7N

9TIN
SYvY

EVIN
(4478
wra

9EVL

€EVL
CTEVY
TEYH
0EYN

8C¥D

147

T2vd

8T¥T

ALPHA-L-ARABINOFURANOSIDASE DOMAIN PROTEIN

e Molecule 1

12%

&
=

40%

3

46%

N < N~
N N N
(&} ) =)

Chain C

v.is
ELA

69D

L9M

oM <
© ©
A=

89

781

0S84

ovd
Sva

€%1

< o o
o0 o <
o = 2%

o
2l
H

8¢1

0Ty

it
€A

(42128

6SGTd
8STH
LSTD

vSTH

8YTA

S¥1D

E£V1D

1545

Ll

2eTa

9CTH
SCIN

€CTS

TCIA

9TTI

7455

T11d
0TTI

€0TH

TOTL

©
2}
II:S II..

761

T64d

68d

980
S8%

281

08d

8LM

ey

(48

S12d
v12a
€120
[454]

80CI
Loey

S02I

00z
66T
86TH

S6TL
4198

L8TA
9814

€8TL
{42978

6LTA
8LT0

2228

oL
TLIN

6971

€9TN

€1ed

L0€D
90€0

TOEd

6621
8620

9624

€621

062a

3

9.2

2x43)

TLTH

0,2V

892a

99CH

€921
{4148

6%CL

LYTA

96V

M W0 O N~
© © VW O O
S
A E e

68V

v8ed

9LEA

€LET

TLEX

L983

€9€X
CT9EN

SGEN
YSEA

1

0sed

LYER

€¥€T

TveT

LEET

SEEH

TEET
ogey

T971
09%L

8S¥S

vSvA
£57A
TSN

087N

VPN
SYPY

EVPN
{44718
vva

9EVL

EEVL
cevy
TEVN
(0155728

8¢

(357208
8T¥T

91%Q

1745728
ETPY
{45728

(578

+

S0%T

T0%a

66€S
86€1
L6ES

ALPHA-L-ARABINOFURANOSIDASE DOMAIN PROTEIN

e Molecule 1

fo2}
©
o

12%

38%

48%

S8R
= 2

v.is
ELA

TLN

~
©o
=

994

YON
€9d

091

89)

€SA

0S4

©
II‘O |
pic}

® ¥%ed

(438

44

[443)

6TH

911
S1d

CTA

SI

o <
I>-n:

9CTH
STIN

€218
(44 NY
TCIA

9TTI

4558

CITXA
T11d
OTTI

€0TY

TOTL

860

96M

761
Ted
06A
68d

980

£8D

08d

8LM

9LK

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4ATW

Page 7

L¥TA

147498
EVCA

0%es
LETK
9€Cd
SECH
25108

Tecd

6221

seey
jgascs
€zeh

Ll

ST12d
¥1ea
€72a
0TZA

L02Y

6614
86T

S6TL
Y6TA

26T

L8TA
98Td

€8TL

L

6LTA
8LTD

SL1D

ELTN

TLIN

062a

,82H

S8TM

v8TA
£8CN
[4:14.

9.LTH

¥.2D

TLTH

0.2V

1

eitacs
vsexa

68EV

€LET

€9ex
29EA

g9EN
vSeA
€S€T

TL74
0L¥L
69VH

L9%4
99%d

¥ova

8978

ii7\8
€970
CSYN

0S¥N

9YIN

€eVL
(4344
TEPA
07N

8¢¥D

28vd
8%A

YLvd
€L%d
TLYA

ALPHA-L-ARABINOFURANOSIDASE DOMAIN PROTEIN

e Molecule 1

%

10%

43%

46%

Chain E

LLH

v.is
€LA
cLa
TLN

L9M
994

YON
€9d

091

894

isicy

1

781
084

Ll

€%1
vd

6€d

9€T

veD

€A

TLIN

6971

€9TN
[4°19
T191d

@® 6S1d

LSTD

ST

21499
LYTL

SP10

9CTH
SCIN

€CTS
(4458

9TTI

v1Td

1114
OTTI

SO0TH

€0TY

T0TL

860

96M

%61

164

68d

980

¥8d

89
08d

1

LYTA

svca
147498
€VCA
0%Zs

8€CTL

9€cCd
SECH
veTh

1€Cd

6221

seey
¥cea

(44

ST12d
v1ea
€120
[4540]

8021
L0TY

S02I

20za

00zZA
6614
86TH

96T
S6TL
¥6TA

L8TA
9813
S81a

€8TL
(43474

6LTA
8LTh

SL19
YLTA
ELTH

082a

*

9.LTH

¥.2D

TLTH

0.2V

892a
L92ZA
99CZKH

€921
29T

1

8SCI

feietacs
5
€5CT

96EV

26€T

68EY

v8ed

Z8EW

SLED

€LET

TLER
0LEL

89€S
L9€4

€9y
C9EA

SGEN
7SeA
€9€1

Tsed
0sed

LYEX

EVET

TveT

Az

SEEH

0EEY

0SPN

9¥IN

£i7474\8

Tvva

9EVL

45728

® CIvA

(578

+

S0P

T0%a

66€S
86€1

[4sice
T8%A

YLvd
€Lvd
TLv

ALPHA-L-ARABINOFURANOSIDASE DOMAIN PROTEIN

e Molecule 1

%

.

10%

39%

48%

Chain F

8D
08ad

3

LS
€LA

TLN

LOM
994

£9d

894
LSA

Ll

0y

i

)
<
=}

ev1

o
<l‘
A

2
2]
=]

9E1

€0

0€Yd

821
LCH

SclL
44

[443]

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4ATW

Page 8

TLIN

)

CETa

9CTH
GTIN

Ll

€CTS
[44R0
TCTA
0ztd

9111

vITY

T11d
0TTI

SOTH

€0TY
COTN
TOTL

860

©
o
I:;I

76T

[ —
© Q
9 ~

180
98a
S8)
¥8d

LvTh

147428
408

o¥es
B6ETH
8ETL

9€Td

YETA

zeTI
TeTd

62CI

1444

€22Th

ST1ed
v12a

(4549

80T
0TV

S0cCI

€621
(414’8

062a

3

98CA
S82M
v8TA
€8N
T8cM

Ll

9.LTx

v.2H

TLTA

0,2V

892a

992

i

c9eH
T9gH

8SCI

istact
vSexn
€521

S0%T

T0%a

66€S
86€1
L6ES
96EV

T6€d

68EV

v8ed

LLEN

SLED

€LET

TLEX
0LEL

89€S
L9€d

€9¢e%
29eN

9S€H

vsen
€5€1

TSed
0sed

LYER

€7eT

TeT

LEEH

SEEH

EEEY

TEET
0€EY

T87A

6LYI
8.L¥A

YLvd
€Lvd
TLYN

0LPL
69VH

L9%4
99%d

v9%a

1971

6Sva

isiZl
€SPA
TSN

0SPN

9YIN
SYvY

257478

wra
9EVL
€EVL
CTEVY
® TEWN
0EPN

8T¥d

(33728
8171

4528

60%A

[4sics

O

R LDWIDE
PROTEIN DATA BANK

W



Page 9

wwPDB X-ray Structure Validation Summary Report

AATW

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 103.71A  161.54A 112.60A .
Depositor
a, b, c, a, B, 90.00°  106.30°  90.00°
. 29.94 — 3.00 Depositor
Resolution (4) 2004 — 3.0 EDS
% Data completeness 84.5 (29.94-3.00) Depositor
(in resolution range) 84.4 (29.94-3.00) EDS
Rinerge 0.13 Depositor
Reym (Not available) Depositor
<I/o(I)>" 3.24 (at 3.00A) Xtriage
Refinement program CNS 1.2 Depositor
R R 0.227 , 0.262 Depositor
) Thfree 0.227 , 0.261 DCC
Rree test set 4430 reflections (6.60%) wwPDB-VP
Wilson B-factor (A?) 45.1 Xtriage
Anisotropy 0.271 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.27 , 36.6 EDS
L-test for twinning? <|L| > =048, < L?> =0.31 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.87 EDS
Total number of atoms 23256 wwPDB-VP
Average B, all atoms (A?) 54.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 3.39% 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)

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 | ¢ o7 #|Z| >5 RMSZ #|Z| >5
1 A 1.21 25/3971 (0.6%) 1.42 66/5383 (1.2%)
1 B 0.91 9/3971 (0.2%) 1.37 48 /5383 (0.9%)
1 C 1.29 28/3971 (0.7%) 1.35 48 /5383 (0.9%)
1 D 1.42 44/3971 (1.1%) 1.44 71/5383 (1.3%)
1 E 1.01 21/3971 (0.5%) 1.32 49/5383 (0.9%)
1 F 0.91 14/3971 (0.4%) 1.31 52/5383 (1.0%)
All All 1.14 | 141/23826 (0.6%) | 1.37 | 334/32298 (1.0%)

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 1 1
1 B 0 1
1 C 0 1
1 D 0 2
1 E 0 1
1 F 0 3
All All 1 9

The worst 5 of 141 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 D 26 | GLU | C-N |-30.02 0.93 1.33
1 A 328 | VAL | CA-CB | -28.43 1.15 1.54
1 D 378 | PHE C-0 -22.06 1.07 1.24
1 A 377 | MET C-0 -20.59 0.98 1.24
1 C 328 | VAL | CA-CB | -20.37 1.26 1.54

The worst 5 of 334 bond angle outliers are listed below:


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry
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Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
1 E 377 | MET | N-CA-C | 20.54 143.56 112.54
1 B 329 | ASN | N-CA-C | 19.38 152.09 110.80
1 A 369 | GLU | N-CA-C | -18.74 80.01 110.17
1 A 380 | ASN | N-CA-C | -18.02 89.07 114.12
1 D 377 | MET | N-CA-C | 17.55 137.69 112.94

All (1) chirality outliers are listed below:

Mol

Chain

Res

Type

Atom

1

A

377

MET

CA

5 of 9 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 377 | MET | Mainchain
1 B 251 | TYR | Sidechain
1 C 251 | TYR | Sidechain
1 D 251 | TYR | Sidechain
1 D 327 | LEU | Mainchain

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 3876 0 3789 305 0
1 B 3876 0 3789 306 0
1 C 3876 0 3788 293 2
1 D 3876 0 3788 323 0
1 E 3876 0 3789 322 2
1 F 3876 0 3788 324 0
All All 23256 0 22731 1828 2

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 40.

The worst 5 of 1828 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:E:24:PHE:CD2 1:E:325:ALA:HB1 1.34 1.62
1:E:419:LYS:CG 1:E:470: THR:CG2 1.80 1.58
1:B:410:VAL:HG11 | 1:B:412:TYR:CZ 1.23 1.57
1:F:419:LYS:CG 1:F:470:THR:CG2 1.77 1.57
1:E:24:PHE:HD2 1:E:325:ALA:CB 1.17 1.57

All (2) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:C:144:LYS:CE | 1:E:431:LYS:CE|[1 _556| 1.60 0.60
1:C:144:LYS:CE | 1:E:431:LYS:NZ[1_556| 1.90 0.30

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 476/482 (99%) | 409 (86%) | 62 (13%) 5 (1%) 11] 43

1 B 476/482 (99%) | 409 (86%) | 61 (13%) 6 (1%) 91 38

1 C 476/482 (99%) | 410 (86%) | 61 (13%) 5 (1%) 111 43

1 D 476/482 (99%) | 403 (85%) | 70 (15%) 3 (1%) 21 56

1 E 476,/482 (99%) | 407 (86%) | 66 (14%) 3 (1%) 21 56

1 F 476/482 (99%) | 406 (85%) | 68 (14%) 2 (0%) 30 65
All All 2856/2892 (99%) | 2444 (86%) | 388 (14%) | 24 (1%) 161 50

5 of 24 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 328 VAL
1 A 379 ILE
1 B 172 GLU

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
1 C 465 THR
1 E 328 VAL

5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a
percentile score with respect to all X-ray entries followed by that with respect to entries of similar
resolution.

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles

1 A 417/418 (100%) 368 (88%) | 49 (12%) 22

1 B 417/418 (100%) 369 (88%) | 48 (12%) 24

1 C 417/418 (100%) 367 (88%) | 50 (12%) 22

1 D 417/418 (100%) 368 (88%) | 49 (12%) 22

1 E 417/418 (100%) 369 (88%) | 48 (12%) 24

1 F 417/418 (100%) 369 (88%) | 48 (12%) 24
All All 2502/2508 (100%) | 2210 (88%) | 292 (12%) 23

5 of 292 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 E 403 LYS
1 F 423 ARG
1 E 423 ARG
1 F 250 VAL
1 C 5 ILE

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 77
such sidechains are listed below:

Mol | Chain | Res | Type
1 E 326 GLN
1 F 380 ASN
1 E 388 ASN
1 F 7 HIS
1 F 446 ASN



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_sidechains
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5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no oligosaccharides 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

—| =] =] =] =] -
es|Besiiw]Rvslied i@
NI W W W W

The worst 5 of 16 chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 C 157:GLY C 158:HIS N 3.85
1 F 157:GLY C 158:HIS N 3.82
1 A 157:GLY C 158:HIS N 3.80
1 B 157:GLY C 158:HIS N 3.80
1 B 157:GLY C 158:HIS N 3.79



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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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 481/482 (99%) 035 | 2(0%) 880176 | 14,4275 115| 0
1 B 481/482 (99%) 016 | 5(1%) 79! 59 |15,47,92,117| 0
1 C 481/482 (99%) 037 | 1(0%) |91 17, 40, 66, 88 0
1 D 481/482 (99%) 012 | 3(0%) |85 17,54, 85,110 | 0
1 E 481/482 (99%) 0.26 6 (1%) 76 55 |31,67,93,115| 0
1 F 481/482 (99%) 0.19 4(0%) 182 64 |33,64,91,120| 0
All | ALl | 2886/2892 (99%) |  -0.09 | 21 (0%) . 66 | 14,52, 88,129 | 0

The worst 5 of 21 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
412 | TYR 5.6
412 | TYR 5.1
325 | ALA 4.7
325 | ALA 4.3
325 | ALA 4.1

—| = =] = =
| | | |

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 oligosaccharides in this entry.

6.4 Ligands (i)

There are no ligands in this entry.


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