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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 3.31 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
Rfree Y

Clashscore I

Ramachandran outliers

Sidechain outliers

RSRZ outliers NN

Worse

Value

o 0261

. 9

T 0.9%
T 6.3%
I 1.0%

Better

5JTV

I 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))
Riree 180053 1153 (3.34-3.30)
Clashscore 190562 1193 (3.34-3.30)
Ramachandran outliers 187476 1172 (3.34-3.30)
Sidechain outliers 187428 1171 (3.34-3.30)
RSRZ outliers 180081 1153 (3.34-3.30)

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 594 L 69% 23% . 5%
1 C 594 72% 21% 5%
1 E 594 IA) 71% 20% C 5%
1 G 594 L 71% 22% S 5%
2 B 76 £ 84% 16%

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

Mol | Chain | Length Quality of chain
2 D 76 84% 16%
2 F 76 88% 12%
2 H 76 70% 29% .
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2 Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 20520 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 Ubiquitin carboxyl-terminal hydrolase 7.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! A o64 Zgg;l 25%9 71§4 8?4 2S5 2 0 0
1 ¢ 564 Z‘;gl 2807 8 715\514 826 285 26 0 0
1 B 969 Zgg%l 25%1 71;18 851)6 285 1 0 0
1 G o063 Zgga?l 28%1 71;16 851)5 2S5 0 0 0

There are 100 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 192 MET - initiating methionine | UNP Q93009
A 193 HIS - expression tag UNP Q93009
A 194 HIS - expression tag UNP Q93009
A 195 HIS - expression tag UNP Q93009
A 196 HIS - expression tag UNP Q93009
A 197 HIS - expression tag UNP Q93009
A 198 HIS - expression tag UNP Q93009
A 199 GLY - expression tag UNP Q93009
A 200 GLU - expression tag UNP Q93009
A 201 ASN - expression tag UNP Q93009
A 202 LEU - expression tag UNP Q93009
A 203 TYR - expression tag UNP Q93009
A 204 PHE - expression tag UNP Q93009
A 205 GLN - expression tag UNP Q93009
A 206 GLY - expression tag UNP Q93009
A 872 GLY - linker UNP Q93009
A 873 GLY - linker UNP Q93009
A 874 SER - linker UNP Q93009
A 875 GLY - linker UNP Q93009
A 876 GLY - linker UNP Q93009
A 877 SER - linker UNP Q93009

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

Chain | Residue | Modelled | Actual Comment Reference
A 878 GLY - linker UNP Q93009
A 879 GLY - linker UNP Q93009
A 880 SER - linker UNP Q93009
A 881 GLY - linker UNP Q93009
C 192 MET - initiating methionine | UNP Q93009
C 193 HIS - expression tag UNP Q93009
C 194 HIS - expression tag UNP Q93009
C 195 HIS - expression tag UNP Q93009
C 196 HIS - expression tag UNP Q93009
C 197 HIS - expression tag UNP Q93009
C 198 HIS - expression tag UNP Q93009
C 199 GLY - expression tag UNP Q93009
C 200 GLU - expression tag UNP Q93009
C 201 ASN - expression tag UNP Q93009
C 202 LEU - expression tag UNP Q93009
C 203 TYR - expression tag UNP Q93009
C 204 PHE - expression tag UNP Q93009
C 205 GLN - expression tag UNP Q93009
C 206 GLY - expression tag UNP Q93009
C 872 GLY - linker UNP Q93009
C 873 GLY - linker UNP Q93009
C 874 SER - linker UNP Q93009
C 875 GLY - linker UNP Q93009
C 876 GLY - linker UNP Q93009
C 877 SER - linker UNP Q93009
C 878 GLY - linker UNP Q93009
C 879 GLY - linker UNP Q93009
C 880 SER - linker UNP Q93009
C 881 GLY - linker UNP Q93009
E 192 MET - initiating methionine | UNP Q93009
E 193 HIS - expression tag UNP Q93009
E 194 HIS - expression tag UNP Q93009
E 195 HIS - expression tag UNP Q93009
E 196 HIS - expression tag UNP Q93009
E 197 HIS - expression tag UNP Q93009
E 198 HIS - expression tag UNP Q93009
E 199 GLY - expression tag UNP Q93009
E 200 GLU - expression tag UNP Q93009
E 201 ASN - expression tag UNP Q93009
E 202 LEU - expression tag UNP Q93009
E 203 TYR - expression tag UNP Q93009
E 204 PHE - expression tag UNP Q93009

Continued on next page...



Page 6

wwPDB X-ray Structure Validation Summary Report

5JTV

Continued from previous page...

Chain | Residue | Modelled | Actual Comment Reference
E 205 GLN - expression tag UNP Q93009
E 206 GLY - expression tag UNP Q93009
E 872 GLY - linker UNP Q93009
E 873 GLY - linker UNP Q93009
E 874 SER - linker UNP Q93009
E 875 GLY - linker UNP Q93009
E 876 GLY - linker UNP Q93009
E 877 SER - linker UNP Q93009
E 878 GLY - linker UNP Q93009
E 879 GLY - linker UNP Q93009
E 880 SER - linker UNP Q93009
E 881 GLY - linker UNP Q93009
G 192 MET - initiating methionine | UNP Q93009
G 193 HIS - expression tag UNP Q93009
G 194 HIS - expression tag UNP Q93009
G 195 HIS - expression tag UNP Q93009
G 196 HIS - expression tag UNP Q93009
G 197 HIS - expression tag UNP Q93009
G 198 HIS - expression tag UNP Q93009
G 199 GLY - expression tag UNP Q93009
G 200 GLU - expression tag UNP Q93009
G 201 ASN - expression tag UNP Q93009
G 202 LEU - expression tag UNP Q93009
G 203 TYR - expression tag UNP Q93009
G 204 PHE - expression tag UNP Q93009
G 205 GLN - expression tag UNP Q93009
G 206 GLY - expression tag UNP Q93009
G 872 GLY - linker UNP Q93009
G 873 GLY - linker UNP Q93009
G 874 SER - linker UNP Q93009
G 875 GLY - linker UNP Q93009
G 876 GLY - linker UNP Q93009
G 877 SER - linker UNP Q93009
G 878 GLY - linker UNP Q93009
G 879 GLY - linker UNP Q93009
G 880 SER - linker UNP Q93009
G 881 GLY - linker UNP Q93009
e Molecule 2 is a protein called Polyubiquitin-B.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
2| B 70 597 375 104 117 1 0 0 0

WO RLDWIDE
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Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S

2 D 76 597 375 104 117 1 0 0 0
Total C N O S

2 K 76 597 375 104 117 1 0 0 0
Total C N O S

2 H 76 597 375 104 117 1 0 0 0

¢PDB
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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: Ubiquitin carboxyl-terminal hydrolase 7
.. B
Chain A:

——
« 5%

23%

69%

90EN

€0€T

TOEY

162b

Y6CH

TBTH

S82M

[4:145

6.271

Tlza

99za

8521

2igace

veed

8¢e1

STTH

eeeL
1144

4548

0TCH

[4sia
2174728
SEVI
TEVT
9Tva
vevd
€27a
{44748

254

+

20¥T

96€T

78€H
€8€d

6LEX
8LEN

S.LED
v.lea

c9ed

8GeN

SSEN

€G€S

Ll

TSED

6veq
8¥EX

Ll

Tves

LEEA

0€ES

+

Teed
0zZeT

81€D

oTeN

0§SI
L%S3
ot
0%S51T
%2s1

815X
LISA

S087T
708a

86VA

c6vd
88%0
08%4
9L
v.Lva
TLvd

L9¥A
99¥A

TOVH
09¥N
6S%Q
8S%D

€T0TD
CT0TH

0707y

00014

S664

® €66V

2861

6160

SL61

0464

L96S
9961

8961
L9631

LV6A

Sv6A

1761
0764

F

€€63
2E6D

0g6d

92631

0zea

ST6H

068N
6884

1880

860TI
L60TY

® §60Td
® %6011

T60TA

680TS
880TY

980TV
80T
€80TN

€90T4
2901d

09071
6S0TN

950TA

7501a

TSO0TI

6€0TH

SE0TA
veotd
€E0TH
z2eotd
TE0TD
0€0TI

SZOTh

€20TY

61073

L1074
9T0TH

.

e Molecule 1: Ubiquitin carboxyl-terminal hydrolase 7

21%

72%

Chain C:

eeed

0TeA
60EN

€0€T
6621
862d
162b
6T

182l

6,271
8.LTY

892h
99¢d
1920
8521
2Ses
8vcd
6ecyd
veed
8¢T1
€TCK

OTCH

09¥N
657

9SVH

il

[4ia

671
174728
LYIN
Al

vvva

ovvL

SevE
veEVa

9Tva

vevy

(l472'8
(15729

L1%0
254
2071

LBEL
96€1

€6EN
06€d

9.eQ

Ll

€GES
[4ciy)
1560

67€Q

LYEX

£ved

Tves

LEEN

SEEN

2ESL

454!

4=
0zZsy

815X
LISA

CISN

8054

LOSA

70Sa

008D

967H
Sevd

c6vd
T67d
067X

88%0
L1874

S8YA
v8vA

08%4
6.7

LLTM
9L%N
S.%D
2544

TLY
TL%d

L9¥A
99¥A

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

5JTV

wwPDB X-ray Structure Validation Summary Report

Page 9

SZOTh

L

61073

L1074
9T0TH

€T0TH

+

900Td

$664

+

2861

8964

0964

8561

6761

3

LY6A

sven

LEGD

F

€€63

TE6T

9zex

116D

064

068N
6884

COTIN

L60TY

tin carboxyl-terminal hydrolase 7

S6073

88074

28074
T80TH

690TN
89019
1901d
99010
09011
9G0TA
€507
Lv0Td

620TQ

Ubiqui

e Molecule 1

%

+ 5%

20%

71%

Chain E

8eed
LEEA

TEER
0ges

Sced

Teed

8T€D

cren

€0€T

8623

LLTH

€L2d

TLza

89CT

LyeL

vecd

8¢C1

ST

zeel
144

€TCA

€67V

0674

08%4
6.L%)

LLVM

LY
TL¥d

L97A
997A

YS¥1

4144

23472

Elad

8evh
LEVT

veVa

124728
(114728

6074

20%1

00%d

86€1

Ll

¥8€H

09€T

9G€D
SGeN

Ll

9%ed

92631

Yz6d

(4438

L7160

ST6H

TI64

b

7064

684
1684

6884
8884

0%ST

€29

815K
LISA

CISN
TISL

60SH
8094

90SS

L6YN

TS0TI

8¥0TH

9€0Td

€E0TH
2e0Td

L2011

£€20TY4

TCOTH

0T10TY
900Td
6661

8664
166}

9664
766H

7863

861

8.6Q

SL61
.63

¢S6A

6761

Ly64

Tve1
6T

8€6)

9€6S

€€6H

TE6T

€80TN

6L0TT
SL0Td

€L01d
CLOTH

1901d
990710
S90Td
09071

S5073d

CSOTN

tin carboxyl-terminal hydrolase 7

Ubiqui

e Molecule 1

5%

22%

71%

6T€L
70eT

8623
1620

€620
26CTH

PAIAN
LLeH
69CH
0921
8STT
5
TSca
vecd

82C1

92CN
ST

zeel
Teey
(443

8TCN

[
oo - __©
© o
SN o
MEe A

SSPA

4144

217472

Levd
9¢vd

vevd
0Zyi
6TVI
8T¥N

STVL
i34

0%
86€1

68V
88€d

08€d
8LeM
LD
v.Led
€LET
zLeb
69€V

S9EA

€9€S
09€T
€G€ES

2GeT
138€b

67€d

Sved

£ved

SEEN

€eed

0EES

0%ST

€€5a

0ZsY

8TSK
LTSA

L

TSN

018D
60SH

L0SA
90SS

t

¥6vI

L8%d

S8%A
78vA

0874

TL%d

L9V

+

29%D
TO¥H
09¥N
657

L2011

67073

L1014
9T0TH

1160

T684

¥80TH

0801
6.L0TT

SL0Td

1L907d

+i

Polyub

9G0TA
S50THd

CSOTN

SYOTW
YYOTI

6€0TH

9€0T3d

€E0TH
2e0Td

tin-B

iqui

e Molecule 2

O

R LDWIDE
PROTEIN DATA BANK

W



Page 10 wwPDB X-ray Structure Validation Summary Report

5JTV

%

Chain B: . 84%

Womomo « S Il < N Y B o
a A A mo o [P Rt - - R N N e
e A H HOo A 2 xMxH 4 &0

e Molecule 2: Polyubiquitin-B

Chain D: 84%

© o 0o o ™
ﬂﬂ-gﬂ-(‘l-ﬂ‘- -wg-ﬁ
Mma m= X O Xm om

e Molecule 2: Polyubiquitin-B

G53
T55

©
re)
[=}

Chain F: 88%
wiloM -y o o — ©
o 8 3 & 8 SBES EBS

e Molecule 2: Polyubiquitin-B

Chain H: 70%

29%

16%

16%

12%



Page 11 wwPDB X-ray Structure Validation Summary Report 5JTV
4 Data and refinement statistics (i)
Property Value Source
Space group P 2121 21 Depositor
Cell constants 113.61A 115.52A 257.82A .
Depositor
a, b, c, a, B, 90.00° 90.00° 90.00°
. 46.95 — 3.31 Depositor
Resolution (4) 4695 — 3.1 EDS
% Data completeness 99.4 (46.95-3.31) Depositor
(in resolution range) 92.5 (46.95-3.31) EDS
Rinerge 0.13 Depositor
Reym (Not available) Depositor
<I/o(I)>" 2.01 (at 3.32A) Xtriage
Refinement program PHENIX dev_ 2210 Depositor
R R 0.239 , 0.269 Depositor
7 Phfree 0.256 , 0.261 DCC
Rree test set 2596 reflections (4.90%) wwPDB-VP
Wilson B-factor (A?) 94.0 Xtriage
Anisotropy 0.346 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.26 , 46.8 EDS
L-test for twinning? <|L| > =047, < L?*> = 0.29 Xtriage
Estimated twinning fraction 0.036 for k,h,-1 Xtriage
F,F. correlation 0.92 EDS
Total number of atoms 20520 wwPDB-VP
Average B, all atoms (A?) 114.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.77% 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.

O 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 | o717 <5 | RMSZ #|Z| >5

1 A 0.22 0/4663 0.55 7/6290 (0.1%)

1 C 0.17 0/4634 0.46 3/6254 (0.0%)

1 E 0.20 0/4630 0.53 12/6249 (0.2%)

1 G 0.22 0/4605 0.53 6/6215 (0.1%)

2 B 0.29 0/603 0.68 2/812 (0.2%)

2 D 0.20 0/603 0.50 0/812

2 F 0.21 0/603 0.57 1/812 (0.1%)

2 H 0.24 0/603 0.67 2/812 (0.2%)
All All 0.21 | 0/20944 | 0.53 | 33/28256 (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
E 0 2
1 G 0 2
All All 0 5

There are no bond length outliers.

The worst 5 of 33 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(?)
1 G 506 | SER | CB-CA-C | 12.57 135.49 111.48
1 E 1088 | ARG | N-CA-C | 10.95 134.13 110.80
1 G 996 | HIS N-CA-C | -9.90 92.11 108.34
1 G 506 | SER | N-CA-C | -9.46 96.33 109.95
1 A 998 | GLU | N-CA-C | -7.57 97.53 109.50

There are no chirality outliers.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
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All (5) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 504 | ASP | Peptide
1 E 1092 | THR | Peptide
1 E 504 | ASP | Peptide
1 G 1090 | ARG | Peptide
1 G 1095 | 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 4562 0 4423 92 1
1 C 4533 0 4370 78 0
1 E 4530 0 4366 87 0
1 G 4507 0 4335 92 1
2 B 997 0 618 13 0
2 D 597 0 618 8 0
2 F 997 0 618 12 0
2 H 597 0 618 21 0
All All 20520 0 19966 345 1

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 9.

The worst 5 of 345 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:292:MET:HE1 | 1:G:1095:GLU:O 1.19 1.27
2:B:74:ARG:NH1 | 1:E:1096:LYS:HB2 1.64 1.12
1:A:1096:LYS:HB3 | 2:F:74:ARG:NH1 1.69 1.08
1:C:292:MET:CE 1:G:1095:GLU:O 2.09 1.00
1:E:934:LYS:HZ3 1:E:934:LYS:H 1.00 0.93

All (1) 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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A:383:GLU:OE2 | 1:G:287:THR:OG1[4 _545] 2.08 0.12

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 560/594 (94%) | 523 (93%) | 33 (6%) (1%) 181 49
1 C 560/594 (94%) | 522 (93%) | 31 (6%) | 7 (1%) 9] 35
1 E 561/594 (94%) | 516 (92%) | 37 (%) | 8 (1%) 34
1 G 557/594 (94%) | 517 (93%) | 37 (T%) | 3 (0%) 24 56
2 B 7476 (97%) | T4 (100%) 0 0 |
2 D 74/76 (97%) | 74 (100%) 0 0 |
2 F 74/76 (97%) | 74 (100%) 0 0 |
2 H T4/76 (97%) | 74 (100%) 0 0 |
All | ALl | 2534/2680 (95%) | 2374 (94%) | 138 (5%) | 22 (1%) 14} 43

5 of 22 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 1093 | TYR
1 A 1097 | ALA
1 E 1087 LYS
1 C 475 GLY
1 C 1096 LYS

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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_sidechains
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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 | 489/535 (91%) | 448 (92%) | 41 (8%) 35
1 C 487/535 (91%) | 446 (92%) | 41 (8%) 35
1 E | 484/535 (90%) | 447 (92%) | 37 8%) | [12] 38
1 G | 483/535 (90%) | 451 (93%) | 32 (7%) | |15 43
2 B 67/68 (98%) | 67 (100%) 0 [100] [100]
2 D 67/68 (98%) | 67 (100%) 0 [100] [ 100
2 F 67/68 (98%) | 67 (100%) 0 [100] [100]
2 H 67/68 (98%) | 67 (100%) 0 100 [100]
All | AL | 2211/2412 (92%) | 2060 (93%) | 151 (7%) | | 14| 42

5 of 151 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 E 1090 | ARG
1 G 982 ILE
1 G 210 HIS
1 G 415 THR
1 G 1089 SER

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 37
such sidechains are listed below:

Mol | Chain | Res | Type
1 G 461 HIS
1 G 1083 ASN
1 G 902 GLN
1 G 996 HIS
1 C 438 GLN

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.

WO RLDWIDE

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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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)

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#nonstandard_residues_and_ligands
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 564,594 (94%) -0.25 8 (1%) 73 55 | 78,114, 145,166 | 1 (0%)
1 C 562,594 (94%) -0.28 2 ( 56, 108, 137, 161 | 1 (0%)
1 E 565,594 (95%) -0.32 8 ( 39, 110, 144, 168 | 2 (0%)
1 G 563,594 (94%) -0.31 7 ( 88, 114, 153, 181 0
2 B 76,76 (100%) 0.21 1 94, 105, 115, 123 0
2 D 76,76 (100%) -0.30 89, 104, 113, 118 0
2 F 76,76 (100%) -0.22 103, 124, 139,155 | 0
2 H 76,76 (100%) -0.17 105, 135, 152, 162 | 0
All | Al | 2558/2680 (95%) |  -0.28 39, 112, 145, 181 | 4 (0%)

The worst 5 of 26 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 A 1094 | LEU 6.0
1 A 1078 | GLY 4.8
1 E 1094 | LEU 4.1
1 A 502 | ASP 3.4
1 G 887 | ASP 3.1

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.



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)

There are no ligands in this entry.

6.5 Other polymers (i)

There are no such residues in this entry.


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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