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This is a wwPDB X-ray Structure Validation Summary Report for a publicly released PDB entry.

We welcome your comments at validation@mail. wwpdb. org
A user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

The following versions of software and data (see references (1)) were used in the production of this report:

MolProbity : 4.02b-467
Xtriage (Phenix) : 1.13
EDS : 211
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.11
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 2.99 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 | M 0.285
Clashscore N 64
Ramachandran outliers N 11.6%
Sidechain outliers N 25.1%
RSRZ outliers ) I 4.4%
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 2092 (3.00-3.00)
Clashscore 141614 2416 (3.00-3.00)
Ramachandran outliers 138981 2333 (3.00-3.00)
Sidechain outliers 138945 2336 (3.00-3.00)
RSRZ outliers 127900 1990 (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 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 P 346 23% 42% 21% 120% .
%
1 Q 346 22% 38% 26% 1%  «
%
1 R 346 19% 41% 26% 11% .
%
1 U 346 20% 43% 22% 13% .
%
- L
1 Vv 346 22% 40% 25% 2% .
%
1 W 346 19% 42% 25% 2% .

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

Mol | Chain | Length Quality of chain
57%
2 45 7% 27% 27% 40%
87%
2 X 45 31% 29% 36%
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2  Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 16534 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 OUTER MEMBRANE PROTEIN C PRECURSOR.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 P 331 ggt;él 16053 414\111 5(??9 2 0 0 0
1 Q 331 ggt;él 16053 414\111 5(??9 2 0 0 0
1 R 331 ggt;él 16053 414\111 5(??9 2 0 0 0
1 v 331 gggaél 16053 414\111 5(?39 2 0 0 0
1 v 331 gggaél 16053 4121 5%)9 2 0 0 0
1 W 337 gggaél 16053 414\111 529 2 0 0 0
e Molecule 2 is a protein called LACTOTRANSFERRIN.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
[ s | s W OYTI 0 [ o [
IR HEEEEE

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
S 1017 LYS SER conflict UNP Q9TUMO
X 1017 LYS SER conflict UNP Q9TUMO
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Stretches of 2 or more

12%

21%

42%
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23%

%

Chain P: .

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.

e Molecule 1: OUTER MEMBRANE PROTEIN C PRECURSOR

3 Residue-property plots (i)

Page 5

£90TN

L8TTh £TETa
9STTV (44314 €90TN

19070 06TTD SSTTH 1CETT

| 090TI 82TTd 68114 $STIN | ozeTT | 19070 I
. 6307 £2TTh
1807" €21Th 98TTA I | 8S0TA [ | £811S
950TH | zermh g8TTL 9TETR 15014 0z114d
[ | 12T * | areTa R 611N
€90TA 0zTTd 8YC1D PIETA b L erria
290D 6TTIN 18119 LBTTA STETA L1118
81110 I | eremn | ot 91119
LITTS TTETS o QTTTA
91719 PHTIY 0TETH A | PTITL
L. B T
T9ZTL
90TA I LOETN - A 01114
35010 LOTTT | 90eTa O S | eor7E
| H0TL | 90TTA 8ETTA G0ETA &3 & 80TTd
€501 50710 HOETR o~ I
gms $0TTL o
880TT TOTTS TH0TY HOTTL
@
| Lgotd T0TTL | [ ot |
9E0TH | 00TTA e 8E0TT
| g0k 66010 S6TTT — [ zeomu |
HEOTL 860TA H6ZTI &2 9E0TH
£€0Th I | g6TIa [ GEOTA
2€01a | weoTL
R S ZoT1L . m sE0TD
| %60TA 96019
620TA £60TN . [l | w60TA
i = cEika
16079 83119 2
-l “
5201a 6807a <1 9Z0TN I
I [ | SSTTN o §201a
98019 911D m #2018
TTOTA £20T4
T20TH M }
. i E I
6¥TTA M
§1e . = -
970
| g1019 8L0TV 9BTITY £ 6019
HTOTA L2074 SHITd [ © | 8L0TV
| erorT I L wTI = 8 L2014
21010 £H1TT ® | 9L01V
Lot 7,07 L oTnoTT SL0TA
0TOTY £L0TL ..
PR
| 80070 QL =
L00TQ 8ETTH = N
| so0ry | LE1Td O G oo
9007 | egTTd 2 o
£00TA
G901V SETTN M = A 0ETTL
00TV | %901S Czeta ° (@) T00TY 62TTY

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

wwPDB X-ray Structure Validation Summary Report 2J4U

Page 6

8%CTH

9YTTH

azaal

TYTIR
TYCTL

LETTD

CTETTI

6221V

LTTTR
9ZTTH

L

TTTTIL

0Z2TL
61214

9121a
® G9ITT1d
® ¥ITIN

80ZTL
LOTIN
90ZTh

€0TTL
20TTY

0021S

86TTS

96TTV
S6TTH

CT6TTH

STETa
TIETA

T1€18
OTETH

LOETN
90€Td
SOETA
Y0ETA

COETY
T0€TD
00E€TA

L

96CTH
S6CTT
76CTI

88TTH

£8CTA

18211

6.2T0

v.218
€.TTd
CLTTH

99ZTh
G9ZTA
792Th

09gTE

LSTTO

SGTTH

€8CTV

9YETA

8EETA
LEETI
9EETN

CEETL

0EETY
62E€TA

OUTER MEMBRANE PROTEIN C PRECURSOR

LTETL
9ZETA

0ZETT
6TETN

e Molecule 1

9TETR

11%

26%

41%

19%

Chain R

79078

I

6S0TD

L5073
9S0TH

€90TX
[4{) 5]

9%0TA
SHOThH

£%0TH
Zv0TD
TYOTH

8E0TT

SEOTA

€80T
TE0TA

9Z0TN
Sc0otTa
0TS
€20T4

TCOTH

6T0TD

LI0TA

ST0TD
Y10TA

0T0TY

8071d
LOTT1

S0TTa
Y0711

20118
TOTTL
007TA
6601Q
860TA
LB0TA

96019
607X
€60TN
2607Y

060TX
6807a
88074

98079

7801a

8L0TY

€L0T1

S90TY

Z9TTL

%9110

8YCTH

0ETTN
62CTV
8TTTa

TTTIL
114428
0ZTTL
61214

121D

L0TTN
90ZTh

€0TTL

LB6TTI
96TTV

T1€18

L6TTR
962TH

L

18T

S9ZTA
92T
€92TY
29TTA
19ZTY

L892Th
99TV

06CT1

SYETD
YETA
EPETA
THETT
T%ETH

6EETY

LEETI

SEETA

EEETN
CEETI

0EETY
62€Td

LTETL
9TETA

12ET'T

6TETN

e Molecule 1

LIETH

OUTER MEMBRANE PROTEIN C PRECURSOR

13%

22%

43%

3

20%

Chain U

19070

6S0TD

L8014
950TH
SSOTh

€90TX
TG0TD
TSOTL

8%01d

9%0TA

£%0TH

TYOTH

8E0TT

9E0TH
SEOTA

CTEOTA

8201d

9Z0TN

9C0TS

TCOTH

6T0TD

9T0TH

Y10TA

2101d

900TH
SO0TN

TOOTV

20118

260TY

F

vL074

TLOTM

S90TY
%9018
€90TN

Z9TTL

09T71H

8GT1H
®

SGTIN

67TTA
8¥TTD

9YTIV

8ETTH

EETIN
CETTY

0ETTL
611V

9TTIN

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



2J4U

wwPDB X-ray Structure Validation Summary Report

Page 7

8YCTH
LYTTA
9YCTY

azaal

147429

0%ZTh

8ETTA

L

YETTT

8TCTa

9TTTH
S2TT1

F

114429
0ZTTL
61274

S12TH
PICIN
121D

80TTL
L0TTN
90ZTh

€0TTL
c0TTY
102TH
00TTS
66T1TS

96TTV
S6TTH

CT6TTH

06TTD
68172

98TTR

T1€T1S

SOETR

COETY

00E€TA
662Ta

S62TT
76CTI

98C1H

£8TTA

18T

|

LLTTR

7.218
€LTTd

TLTTT

99ZTh

792Th
£92TY
09273
L892Th
99TV
S9TTY

E£STTV

06211

9%eTA
SYETD
YETR
EPETA
THETT
T%E1H

8EETA
LEETI

F

EEETN
CEETI

0EETY
62E€Td

OUTER MEMBRANE PROTEIN C PRECURSOR

LTETL
9TETA

€2e1a
(44314

6TETN

e Molecule 1

LIETH

vIETA

2%

12%

25%

40%

22%

Chain V

[4{) 0]

THOTH

6€0TD
8€0T1

$E0TL
€€0TD

0€01a

9Z0TN
S¢0tTa
2018
€074
TTOTA
TCOTH

TT011

@ L00Td

€TTT

TCTIH
0ZT14
6TTIN

LITTS
9TT1D

€111a

80T1d
LOTTT
90TTA
SO0T1a

TOTTL

6601a
860TX
LBOTA

S601D

€60TN
2T60TYH
T6019H
060TX

88074

980TD

S90TY
¥901S

€8TTS

CTOTTL

Y4T1D

67TTA

LYTTA
OYTTV
SYITd

9TTIN

LYTTA
9%TTY

vPeTY

SETTY

CTETTI
TETTN
0ETIN

SCTT1

2qTTL
114429

61CTd
81CTY

® S§1T1d
@ PvITIN
£1CTD

60CTY

LOTTN

SO0TTY

£0CTL

96TTY
96TTD
Y61TD

Z6TTD

98TTA

STETd

OTETH

90€Td
SOETA
YOETA

CTOETY
TOETH

6621a

96TTY

2621H

88C1D

98T1D
98TT1
¥8TIN
€8TTY

11149’}

TLTTT

99Z1h
GOTTA
92Th

09z1a

SSTTA
$9TIN

08211

9%ETA

€PETA
ThETT
TvETD
0%ETT

LEETT

OUTER MEMBRANE PROTEIN C PRECURSOR

LTETL
9ZETA

£€2eTa
(44319

e Molecule 1

0ZETT
6TETN

12%

25%

42%

19%

Chain W

19070

65070

L5074
950TH
SS0Th

2S0TH

S%0Th
%9011
€072
[520%)

6€0TD
8€0T1
LEOTYH
9E0TH
SEOTR
YEOTL
€€0TD
CEOTa

9Z0TN
S¢0tTa
0TS

TTOTA

6T0TD

2101d

0T0TY

SO0TN
007X

TOOTY

F

60113
80T1Td
LOTTT

S0TTa

COTTS
TOTTL

860TX

S60TH

€60TN

16019
060TA

88074
L8018
98071D

¥8010d

08071
6L0TD

LL074
9L0TV

€L0TL
CTLOTH

S90TY
%9018
€90TN

COTTL

09T1H

Y4T1D

6YTTA

OYTTV
SYTTd

[443%)
154214

8ETTH
LETTA

EETTN

OETTL

8CTTd

OTTTIN

A1)

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



2J4U

wwPDB X-ray Structure Validation Summary Report

Page 8

LYTTA

azaal

[47429

YETTT

CETTL

0E€TTN

8TTTa
LTTTR

L

TTTTL

0ZTTL
61273

9121a
S12TH

€121H
[4545%

80CTL
LOTTN

L

€0TTL
20TTY

00TTS
661TS

96TTV
S6TTH

14335

06TTD
68172

€8TTS

TI€TS
0TETH

SOETR

COETY

00E€TA

86CTA

S62TT
76CTI

88TTH

¥8CIN
£8TTA

18ZTY
08218
6.2Th

LLTTR
9LTTV
SLTTT
7.218
€LTTd

+

SOTTA

CTOTTA

09272
L892Th

98TTV
SGTTA

8¥CTH

9%eTd
SYETD
YETA

TPE€TD
0%ETT
6EETY

LEETI
9EETN

YEETL

CEETI
TEETD

62E€Td

9TETA

0ZETT

71ETA
EIETR

LACTOTRANSFERRIN

e Molecule 2

40%

27%
IIililililil

67%

27%

7%

Chain S

Tv01S

SE0TL
YEOTA
€E0TS

9ZOTH

LACTOTRANSFERRIN

® ©ToTH

e T107L
°
[
@ 800TM

[ ]
@® SO00TS
o
@® €00TY
® <2T00TS
@ TOOTY

e Molecule 2

36%

29%

87%

31%

Chain X

17018

YEOTA

@ 1€01H

@ 620TA

9ZOTH

® ¥ToTH
£20T0

0Z0TV

® 91018

® ¥vI0TV

® T10TL
@ O07T0TL

S00TS

200TS

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 9 wwPDB X-ray Structure Validation Summary Report 2J4U
4 Data and refinement statistics (i)
Property Value Source
Space group Cc121 Depositor
Cell constants 201.47TA  116.29A 152.28A .
Depositor
a, b, c,a, 3,7 90.00°  90.03°  90.00°
Resolution (&) 07 2 "Fps
% Data completeness 78.8 (152.50-2.99) Depositor
(in resolution range) 79.0 (19.76-2.99) EDS
Rinerge 0.07 Depositor
Raym (Not available) Depositor
<I/o(I)>" 3.47 (at 2.98A) Xtriage
Refinement program REFMAC 5.2.0005 Depositor
R R 0.215 , 0.282 Depositor
» Phfree 0.216 , 0.285 DCC
Rfree test set 2831 reflections (5.06%) wwPDB-VP
Wilson B-factor (A?) 44.2 Xtriage
Anisotropy 0.140 Xtriage
Bulk solvent ky(e/A3), By(A?) 0.38 , 28.8 EDS
L-test for twinning” <|L] > =050, < L? > =0.33 Xtriage
0.467 for -1/2*h-3/2%k,-1/2*h+1/2%k,-1
0.467 for -1/2%h-+3/2%k,1/2%h+1/2*k -1
Estimated twinning fraction 0.467 for 1/2*h-3/2%k,-1/2%h-1/2%k -1 Xtriage
0.459 for 1/2%h+3/2%k,1/2%h-1/2%k -1
0.468 for -h,-k,1
F,,F. correlation 0.91 EDS
Total number of atoms 16534 wwPDB-VP
Average B, all atoms (A?) 32.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patter-
son function is 11.60% of the height of the origin peak. No significant pseudotranslation is de-

tected.

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 | 1\ o7 #|Z| >5 RMSZ #|Z| >5
1 P 2.31 98/2692 (3.6%) 1.99 100/3641 (2.7%)
1 Q 2.28 94/2692 (3.5%) 1.94 99/3641 (2.7%)
1 R 2.34 118/2692 (4.4%) 2.01 103/3641 (2.8%)
1 U 2.31 108/2692 (4.0%) 1.95 89/3641 (2.4%)
1 \Y% 2.32 107/2692 (4.0%) 1.99 90/3641 (2.5%)
1 W 2.30 111/2692 (4.1%) 1.97 92/3641 (2.5%)
2 S 2.65 17/365 (4.7%) 1.80 5/485 (1.0%)
2 X 2.68 20/365 (5.5%) 1.87 8/485 (1.6%)
All All 2.33 | 673/16882 (4.0%) | 1.97 | 586/22816 (2.6%)

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 P 0 12
1 Q 1 9
1 R 1 8
1 U 1 11
1 A% 1 8
1 W 0 10
2 S 0 2
2 X 0 5

All All 4 65

The worst 5 of 673 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 V 1161 | PHE | CB-CG | 21.34 1.87 1.51
1 W 1161 | PHE | CB-CG | 20.92 1.86 1.51
1 U 1161 | PHE | CB-CG | 20.71 1.86 1.51
1 P 1161 | PHE | CB-CG | 20.63 1.86 1.51
Continued on next page...
grDRe
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Continued from previous page...

Mol

Chain

Res

Type

Atoms Z

Observed(A)

Ideal(A)

1

R

1161

PHE

CB-CG | 19.21

1.84

1.51

The worst 5 of 586 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
1 W 1246 | ARG | NE-CZ-NH1 | 13.43 127.02 120.30
1 P 1025 | ASP | CB-CG-OD1 | -12.61 106.95 118.30
1 P 1124 | ARG | NE-CZ-NH1 | 11.76 126.18 120.30
1 P 1124 | ARG | NE-CZ-NH2 | -11.36 114.62 120.30
1 W 1030 | ASP | CB-CG-OD1 | 11.16 128.35 118.30

All (4) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
1 Q 1070 | ASN CA
1 R 1070 | ASN CA
1 U 1170 | ARG CA
1 A% 1070 | ASN CA

5 of 65 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 P 1030 | ASP | Peptide
1 P 1067 | ASN | Peptide
1 P 1068 | GLU | Peptide
1 P 1069 | ASN | Peptide
1 P 1140 | VAL | 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 P 2636 0 2404 321 0
1 Q 2636 0 2404 331 0
1 R 2636 0 2404 325 0
1 U 2636 0 2404 308 0
1 \Y 2636 0 2404 331 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 W 2636 0 2404 348 0
S 359 0 376 77 0
2 X 359 0 376 76 0
All All 16534 0 15176 2040 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 64.

The worst 5 of 2040 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:V:1081:LYS:CD 1:V:1081:LYS:CE 1.77 1.62
1:R:1161:PHE:CG 1:R:1161:PHE:CB 1.84 1.61
1:R:1134:THR:CB | 1:R:1134: THR..CG2 1.77 1.60
1:V:1134:.THR:CG2 | 1:V:1134:THR:CB 1.76 1.60
1:W:1081:LYS:CD 1:W:1081:LYS:CE 1.75 1.59

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
P | 333/346 (96% |
Q 333/346 (96%
R 333/346 (96%
U 333/346 (96%
v (
W (
S

333/346 (96%
333/346 (96%
43/45 (96%)

~— | — | — [ [ ~— | —

DO | = = = = = =



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone
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Continued from previous page...

Percentiles

Mol | Chain Analysed Favoured | Allowed | Outliers
2 X 43/45 (96%) 13 (30%) 10 (23%) | 20 (46%)
All All 2084/2166 (96%) | 1575 (76%) | 267 (13%) | 242 (12%)

5 of 242 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 P 1002 GLU
1 P 1003 VAL
1 P 1007 ASP
1 P 1071 SER
1 P 1083 GLN

5.3.2 Protein sidechains (1)

o] 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.

Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 P 266,/275 (97%) 203 (76%) | 63 (24%)
1 Q 266,/275 (97%) 208 (78%) | 58 (22%)
1 R 266/275 (97%) 195 (73%) | 71 (27%)
1 U 266,/275 (97%) 200 (75%) | 66 (25%)
1 \Y% 266/275 (97%) 199 (75%) | 67 (25%)
1 W 266,/275 (97%) 201 (76%) | 65 (24%)
2 S 41/41 (100%) 24 (58%) 17 (42%)
2 X 41/41 (100%) 26 (63%) 15 (37%)

All All 1678/1732 (97%) | 1256 (75%) | 422 (25%)

5 of 422 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 R 1340 LEU
1 U 1128 PHE
1 W 1237 | GLN
2 S 1009 CYS

Continued on next page...
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Mol

Chain

Res

Type

1

U

1020

LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 65 such
sidechains are listed below:

Mol | Chain | Res | Type
1 R 1231 ASN
1 U 1055 GLN
1 W 1144 ASN
1 R 1254 ASN
2 S 1021 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.

5.5 Carbohydrates (i)

There are no carbohydrates 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#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
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 p 337/346 (97%) 0.22 4(1%) |79 54 |17,29,47,60 | 0

1 Q | 337/346 (97%) 0.21 4(1%) |79 54 |17,29,47,59 | 0

1 R | 337/346 (97%) 0.26 5(1%) 73 46 | 17,29,47,59 | 0

1 U 337/346 (97%) 0.27 3(0%) |84] 63 |17,29,47,59 | 0

1 V| 337/346 (97%) 0.23 6 (1%) 17,29,47,59 | 0

1 W | 337/346 (97%) 0.19 2 (0%) 17,29, 47,59 | 0

2 S 45 /45 (100%) 3.18 71, 80, 80, 80 0

2 X 45/45 (100%) 3.52 77, 80, 80, 80 0
All All 2112/2166 (97%) 0.36 93 (4%) 34 |13} | 17, 30, 56, 80 0

The worst 5 of 93 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1043 | PHE 9.0
1001 | ALA 8.8
1002 | SER 8.3
1037 | VAL 7.6
1005 | SER 7.3

DO DN DN DN BN
wn| A | n|

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

Page 16 wwPDB X-ray Structure Validation Summary Report 2J4U

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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