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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 3.30 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 0 W (.270
Clashscore I - 25
Ramachandran outliers IS 0 N 0.3%
Sidechain outliers | W 12.9%
RSRZ outliers I 0 I 3 9%
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 1169 (3.32-3.28)
Clashscore 190562 1209 (3.32-3.28)
Ramachandran outliers 187476 1188 (3.32-3.28)
Sidechain outliers 187428 1187 (3.32-3.28)
RSRZ outliers 180081 1169 (3.32-3.28)

The table below summarises the geometric issues observed across the polymeric chains and their
fit to the electron density. The red, orange, yellow and green segments of the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria respectively. A grey segment represents the fraction of residues that are not modelled.
The numeric value for each fraction is indicated below the corresponding segment, with a dot
representing fractions <=5% The upper red bar (where present) indicates the fraction of residues
that have poor fit to the electron density. The numeric value is given above the bar.

Mol | Chain | Length Quality of chain

5%

1 A 1308 - 43% 37% 7% 18%
o/o

1 B 1308 39% 36% T T
5%

1 C 1308 - 43% 37% 6% 8%
20/0

1 D 1308 = 39% 33% 6% 21%
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2 Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 34594 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 Fanconi anemia group I protein homolog.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! A 1134 ggg%l 57C62 1411\;9 1((3?56 5S3 0 0 0
1 B 1071 15;2;1 54%8 1411\(1)9 1?59 581 0 0 0
1 ¢ 1134 ggg%l 57(252 1411\;9 1(?56 5S3 0 0 0
L b 1034 g(iga?l 52077 1513\158 15%4 488 0 0 0

There are 24 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A 1303 HIS - expression tag | UNP Q8K368
A 1304 HIS - expression tag | UNP Q8K368
A 1305 HIS - expression tag | UNP Q8K368
A 1306 HIS - expression tag | UNP Q8K368
A 1307 HIS - expression tag | UNP Q8K368
A 1308 HIS - expression tag | UNP Q8K368
B 1303 HIS - expression tag | UNP Q8K368
B 1304 HIS - expression tag | UNP Q8K368
B 1305 HIS - expression tag | UNP Q8K368
B 1306 HIS - expression tag | UNP Q8K368
B 1307 HIS - expression tag | UNP Q8K368
B 1308 HIS - expression tag | UNP Q8K368
C 1303 HIS - expression tag | UNP Q8K368
C 1304 HIS - expression tag | UNP Q8K368
C 1305 HIS - expression tag | UNP Q8K368
C 1306 HIS - expression tag | UNP Q8K368
C 1307 HIS - expression tag | UNP Q8K368
C 1308 HIS - expression tag | UNP Q8K368
D 1303 HIS - expression tag | UNP Q8K368
D 1304 HIS - expression tag | UNP Q8K368
D 1305 HIS - expression tag | UNP Q8K368

W

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

Chain | Residue | Modelled | Actual | Comment Reference
D 1306 HIS - expression tag | UNP Q8K368
D 1307 HIS - expression tag | UNP Q8K368
D 1308 HIS - expression tag | UNP Q8K368
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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: Fanconi anemia group I protein homolog

13%

7%

37%

43%

5%

Chain A: .

€e1

I

121

YIL

81

™
=

T

CETI
® T€ld
® O€TlT
(]

€61

769D
061
681

8SGTH

® 9STX

¥s13
® €S1D

PAS4:S

€820
28ca

6,21

Ll2d

LTI
TLTA

8924

99CH

T9CyY
09z¢d

L%Td

Sy
j4%4:!

(4445

021

0€TT
6CCA

Leed

12es

6TCA

€LEH

T9ES

6G€D

Lsey

vsen
€9€T

0S€T

8veN

L

ve1
€71

TvET

6EEN

LEES
9eeN
SeEA
veen

0€€T

1

9TEN

€1€T

L

%0€d
£0€X1
20es
T0€d
00€a

| e6ey |
862h
162h

w6

0621

i

STPN

86€1
LBEN

g6ed
76€D
€6EL

68€T
88€T

8LEN

1

€154

1168
OTSH

80ST

¥0sd

0084
6671

€670

6874

3

YLYT

LY

0Ly
6974
897N
L9VI
9971

3

SS¥d

~ o
© ~ o~

9G4

445!

99T
0%ST

8ESD

€ESA
TESH

0€SQ

0S89A

£%9d

W91

4758

80LI

90,3
S0LT
YOLW

6698
8694

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe


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

3551

wwPDB X-ray Structure Validation Summary Report

Page 6

6288
8281

9284

¥Z8H

1281

6180
8184
1184
9181
S18Y
Y181

2181

i

5088
7081
€081
2088

@® 66.LA

€8LI

08.L4
B6LLY

® 9..LD
SLLL

TLLT

89,4
19,4

G9.S

€9.8
9.4

09.8

€581
25881

b

8¥8)
L¥80
9%8T

E78N

0€8A

b
1

9961
S96'T

8061
L06D

€061

9701S
L]

1

@ <Cv0Tl1

LEOTS

SEOTA

€EOTA
CEOTH
TE€0TT

62074

SCOTI

€201S
[440)15')

02014
mﬁmﬁm
STOTD
¥1018

L

600TI

SO00TM

COOTI
TO0TH

6664
8660

S66.1
v66d
£66d
2661

8861

S86T

SOTTS

€0TTH

S60TA
76013

26071
T60TA
060TH

18010
98018

780TA
€80711

080TA
8L0Td

LL0TV
9L0TV

7S01D

66TTA
@® 86111

S6TTA

T61TI
06TTD

TL2TH
042718

€9CT1

0921a
6GCTA

9G2TI

[4:[4%}

082Td

TTICTA

60CTA

L0TTL
90211

€02TH
20eTs
10211
00CTH

SLTT

E€LTTIN

I protein homolog

1 anemia group

Fanconi

e Molecule 1

O/ .

18%

7%

36%

39%

Chain B

TOZH
0021

86TA

[ ]
08TA

9.0

PLIN
€LTX
TL1Y

0L1d

+

991D

291a

8GTH

9GTX

€GTD

TST1

671D

Ly1D
91D

44!

{448
157458

LETT

T€1d

€.L271
(kA
TLCA

89¢d

99CH

%921

19TV
09zd
69eY
89CL

PALACS

144

(4758

02T

8ecy

0€T1
(44§

Lced
9¢Ty
S¢CSs

1

12es
61CA

L1721
912h

€121
21ed
T1ed
0T1ZI

802h
S021

cocd

0S€T

veT

L

veex

16Ty
0621

1824

€8¢D
28za

6,21

O

R LDWIDE
PROTEIN DATA BANK

W



3551

wwPDB X-ray Structure Validation Summary Report

Page 7

L1VH

s6ed
v6eD

T6€d

9.ea

€LEH
cLEN
TLES

69€Y
89€EN

99€d

v9€1

T9€S

6S€0

L5€d

vsen
€5€T

06%1
6874
88YL

98V&

3

28%d

08%A

LY

0LYY
69V

L9V1
99%1

i

TSSS

9%94

asxt

T7S1
0¥%ST

8ESD

9€SA

€ESN
2ESY

0€38a

1

7410

02ST

8T1ST

€154

T18S
OTSH

8091

709d
€050

008X
6671

€670

089A

7991
€¥9d

91
0%9T

LE9H

YE9R
€T
619V

2190

STON

€154

@ 0.SA

5950

YT
€TLI

60LL
80.LI

90,3

YOLW

6698
8694

7694

6.L98

SLOV

€190
CLOH
TL90

1991

799a
€991
299d
19931
0990
6991
8994
L9891

G598
759D

2S9L

9.4

G9.LS

€9.8
29.L4

09.L8

*

GGLK
9.4
€GLIW
2TSLT

05,3

9VLN
SPLI

T9.L0

LELY
9€LI

EELN
TELL

S98N
%980
€989

7984

€981

3

§08S
7081

66.LA

0€6'T
6264

vced
€260
TTBA

61671
8T6A
L16A

ST6d
7161l
€16}

8061
106D

€061

610TS

STOTD
71018

SO0TM

€00T1
COOTI
TO0TD

6664
8660

26071
T60TA
060TX1

,80TD
980TS

€80T1

080TA

8.L0Td
LLOTY
whma<
TLOTA
0L0TA

9501
¥S0T1D

HH

9%0TS

2v0T1

LEOTS

SEOTA

€E0TA
CEOTH
T€0TT

620Td

STOT

(4405

02074

@ 97114
@ Sv1Td
YPTTL

SOTTS
¥0T1D
€0TTH

S60TA
v601d

9TCTA

€12T4

TICTA

L02TL
90211

€02TD

T0CT1
00TTH
66TTA
86TT1T

S6TTA
V6TTL

98110
S8TTD
Y8TTA
€8TT0
28111

B6LTTH
8LTTA

YLITT

8LTTH

ia group I protein homolog

9210
SLTTH

1 anem

ELTIN
TLTTA
TLTTH
04218
€92T1

09ztTd
6SCTA

98211

2STT1

e Molecule 1

0SCTd

Fanconi

13%

6%

37%

43%

5%

Chain C

O

R LDWIDE
PROTEIN DATA BANK

W



3551

wwPDB X-ray Structure Validation Summary Report

Page 8

® L4

® S.1

®
<
~
=3

®
- o
N~
SRS

[

o

©
IIII:, II

S94
vod

o0
©
s

T9D
09a
694

i

€59

18T

EVA

v

Ll

€e1

i

e 8za

9za

7T

(4]
121

614

LTT

LyTD
® 9%10
L]

P11

cvTa
157458

® LETT

2err

ETTA

60TV

€0Td
201D

0074

66H
86H

16D
061

S8A

181

9.L10

YLIN
® €LIX
TLTY

® 0.1d

® S910
® %911

291a

&
L

€L271
zLer
TLeA

892

99CH

7921

19V
09¢d
65TV
8521

L¥Ta

Svey

v

0¥TT

0€TT
62CA

Pelaac
§2Cs

11443

+

6TCTA

L1271
912d

€121
c¢1ed
T1ed

79e1

T9€S

6S€0

LS€Y

€G€T
CSEL

0S€T

8YEN

L

vve1
£¥€T

TvET

€1€T

70€0
€0EN
20€s
00€a

e 862d

V6T

06271

88¢d
L824

1534748
(04728
6EVE
8evd
LEVY

SEVH
Yeva

CEVI
TEYH
0€Yd
6CY.L
8T

14748

86€1
L6EN

S6€d
v6ed

T6€d

68€1
88€1

v8ed

28€1

8LEA

€LEH
TLEN

69€4
89€A

7150
€154

1188
OTSH

80SI

¥0Sd
€050

€670

6874
88%L

3

28%d

087A

9LYN
SLYD
VLV

TLYT

76571
€658
2654

6858

L8ST
S§854
T8SL
085
6.L39N

YLSA
€L94

04SA
6950

5950

TSSS

9%Sd

vy

Te1
0%ST

8€39D

£eg
29

0€S8a

L

YCSH

02ST

81571

TL90

0597

991
€%9d

e T¥91
0791

LE9H

YE9X

15259

LELN
9€LI

CELL

YT
€TLI

60LL
80LI

90,3
S0LT
POoLN

669S
869K

76931

6.L9S

SLOV

€190
CLOH

9181
ST8Y
7181

2181

%081
€081

66.LA

1924

S9.S

€918
9.4

0918

€981
2881

883

L184

2G6S

0564

8761

9V6L
SY6A

16D
0€6T
6264

vced
€260
(44578

6161
8T6A

ST164
v16L

8061
L06D

€061

TTOTH

02014
610TS

STOTD
71018

+

S00TM

€00T1
COOTH
TOOTH

6664

S661
¥66d

S60TA
76013

R LDWIDE

26071
T60TA
060TX
180TH
980TS
€80T1T

080TA

8.L0Td
LLOTY
9L0TV

F

® T.LOTA

S50TQ

O

PROTEIN DATA BANK

W



3551

wwPDB X-ray Structure Validation Summary Report

Page 9

T0CTT
00CTH
66TTA
wmmﬂq
S6TTA
¥6T1L

e

06TTH

28111

6LTTH
8LTTA

PL11T

0L1TI

9.TTh
SLTTH

€LTIN
CTLTTA
TL2TH
04218
€9211

09¢Td
69CTA

99CTI

[41q 3¢

€12T4

T1CTA

L0TTL
90271

€021
20eTs 8LTTIW

ia group I protein homolog

Fanconi anem

e Molecule 1

20/0

21%

6%

33%

39%

Chain D

€CIN
(449
1211
0Ty
6110

® €ETIA

® 607V

€0Td
2019

L6

¥6TA
€671

0674

88T1d
L8TL
9811
S8T0
#8TA
€8TA

08TA

3

9LTD

YL
€LTX

T€1d
0ETT

LeT1

T9CV
09zd
652V
89CL

LyTa

144

(4485

0%21

8€cH

0€TT
62CA

praat
92Ty
S¢Ts

L
L

122s

6TCA

L1271
912

€121
cred
T12d
0721

802h
S02T

TOZH
0021

86TA

v6ex

0621

1824

€820

6.T1

(kAN

86€1
L6eN

S6ed
76eD

T6€d

68€T
88€1
18€4

§8€d
v8€d

T8€eT

8.LEN

€LEH
cLeEN
TLES

69€Y
89€EN

99€d

v9er

T9€S

69€D

L5€Y

€5€T

0S€T

€670

6874
88%L

3

28%d

08%A

9LYN
® S.id
[Zhat

TLYT

24718
Lvvd
9YIN

4428

1,994

19SS

9%Sd

vy

T9S81
0%ST

8€SD

9€3GA

£ea
29y

0€Sa

L

YCSH

02ST

8151

€194

1188
0TS

80SI
¥0Sd
€050

005X
6671

9998
759D

[4siAn

059/

7991
€%9d

%91

VE9R
€T
619V
2190

STON
7194

6.LSN

VLSK
€L54

0LSA

€8.1

08L4
6LLY

9LLD
SLLL

CcLLS
TLLT

89,3
290

G9.LS

€918
29,4

0948

R LDWIDE

O

PROTEIN DATA BANK

W



3551

wwPDB X-ray Structure Validation Summary Report

Page 10

1181

TL8N

0484
6981

SG98N
980
€980

T98d
098D

€981

@® 66.A

8¥6L

9¥6L
ST6A

16D
0€6T
6264

¥ced
€260
(44578

6161
8T6A

ST64
v16L

8061
106D

€061

62014

STOTI

cToTH

610TS

STOTh
Y10TS

+

S00TM

€00TT
COOTI
TOOTD

6664
8660

G661
v66d
€664
2661

686S
8861

G861

2568

0564

SOTTS
%0110
meﬂ&
S60TA
76014

260TT
T60TA
ommﬂx
28010
98018

¥80TA
€80T1

080TA

8L0Td
LLOTY
whmﬂ<
TLOTA
0L0TA

SS0Ta
%3010

67011

97018

SEOTA

€E0TA
CEOTH
T€0TT

S8TTD
¥811A
€8TT0
28111

08TTA

6SGCTA

95CTI

¢SC11

0S¢1d

9TCTA

TICTA

L0TTL
90211

€021

10211
0021 8LZTH
66TTA
86111 9,210

[ | SLTTH
S6TTA o
Y6TTL £L2IN
TLETA
1227
06119 0218

I

€9CT1

98110 0921a

O

R LDWIDE
PROTEIN DATA BANK

W



Page 11

wwPDB X-ray Structure Validation Summary Report

3551

4 Data and refinement statistics (i)

Property Value Source
Space group P1 Depositor
Cell constants 114.70A  136.50A 149.70A .
Depositor
a, b, c,a, B,y 115.90°  106.00°  95.00°
. 39.82 - 3.30 Depositor
Resolution (4) 30.82 — 3.30 EDS
% Data completeness 82.8 (39.82-3.30) Depositor
(in resolution range) 84.5 (39.82-3.30) EDS
Rinerge 0.06 Depositor
Reym (Not available) Depositor
<I/o(I)>" 0.52 (at 3.25A) Xtriage
Refinement program PHENIX (phenix.refine: 1.7.1 743) | Depositor
R R 0.259 , 0.278 Depositor
7 Phfree 0.246 , 0.270 DCC
Rree test set 2199 reflections (1.88%) wwPDB-VP
Wilson B-factor (A?) 93.7 Xtriage
Anisotropy 0.486 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.30 , 139.7 EDS
L-test for twinning? <|L| > =048, < L?> =10.32 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.94 EDS
Total number of atoms 34594 wwPDB-VP
Average B, all atoms (A?) 192.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 5.11% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.
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5 Model quality (i)

5.1 Standard geometry (i)

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
RMSZ #|Z| >5 RMSZ #|Z| >5
1 A 0.34 2/9099 (0.0%) 0.80 | 15/12286 (0.1%)
1 B 0.36 4/8624 (0.0%) 0.80 | 13/11646 (0.1%)
1 C 0.34 2/9099 (0.0%) 0.80 | 12/12286 (0.1%)
1 D 0.33 2/8319 (0.0%) 0.80 | 12/11234 (0.1%)
All All 0.34 | 10/35141 (0.0%) | 0.80 | 52/47452 (0.1%)

Mol | Chain

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
1 A 0 1
1 B 0 1
1 C 0 1
1 D 0 1
All All 0 4

The worst 5 of 10 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 B 959 | GLN | CD-NE2 | -12.08 1.07 1.33
1 B 959 | GLN | CD-OE1 | -8.82 1.06 1.23
1 C 320 | GLN | CD-NE2 | -8.24 1.16 1.33
1 D 320 | GLN | CD-NE2 | -8.04 1.16 1.33
1 A 320 | GLN | CD-NE2 | -7.51 1.17 1.33

The worst 5 of 52 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
1 C 224 | GLY | N-CA-C | 8.57 123.62 112.13
1 D 224 | GLY | N-CA-C | 8.56 123.60 112.13
1 B 224 | GLY | N-CA-C | 8.51 123.54 112.13

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

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
1 A 224 | GLY | N-CA-C | 8.39 123.37 112.13
1 C 1037 | SER | CA-C-N | 8.25 127.91 119.82

There are no chirality outliers.

All (4) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 1053 | LEU | Peptide
1 B 1053 | LEU | Peptide
1 C 1053 | LEU | Peptide
1 D 1053 | LEU | 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 8960 0 9275 469 0
B 8487 0 8776 469 0
1 C 8960 0 9275 454 0
1 D 8187 0 8476 429 0
All All 34594 0 35802 1771 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 25.

The worst 5 of 1771 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:799:VAL:O 1:C:847:GLN:NE2 1.87 1.07
1:A:799:VAL:O 1:A:847:GLN:NE2 1.88 1.07
1:B:799:VAL:O 1:B:847:GLN:NE2 1.88 1.06
1:D:799:VAL:O 1:D:847:GLN:NE2 1.88 1.05
1:A:489:PHE:HB3 | 1:C:450: THR:HG21 1.35 1.04

There are no symmetry-related clashes.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts
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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 1108/1308 (85%) | 1023 (92%) | 82 (7%) 3 (0%) 36 65
1 B 1045/1308 (80%) | 969 (93%) | 72 (7%) 4 (0%) 30 60
1 C 1108/1308 (85%) | 1022 (92%) | 83 (8%) 3 (0%) 36 65
1 D 1008/1308 (77%) | 933 (93%) | 71 (7%) 4 (0%) 30 60
All All 4269/5232 (82%) | 3947 (92%) | 308 (7%) | 14 (0%) 36 65

5 of 14 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 122 VAL
1 A 150 ASP
1 B 122 VAL
1 B 150 ASP
1 C 122 VAL

5.3.2 Protein sidechains (i)

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 1032/1188 (87%) | 902 (87%) | 130 (13%) 18
1 B 979/1188 (82%) | 852 (87%) | 127 (13%) 17
1 C 1032/1188 (87%) | 898 (87%) | 134 (13%) 17
1 D 945/1188 (80%) | 823 (87%) | 122 (13%) 17
All All 3988/4752 (84%) | 3475 (87%) | 513 (13%) 17



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
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5 of 513 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 D 663 LEU
1 D 803 LEU
1 D 659 LEU
1 B 549 LEU
1 B 517 ILE

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 50
such sidechains are listed below:

Mol | Chain | Res | Type
1 B 1251 ASN
1 C 847 GLN
1 D 1251 ASN
1 C 216 GLN
1 C 672 HIS

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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


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

Page 17

wwPDB X-ray Structure Validation Summary Report

3551

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 | 1134/1308 (86%) |  0.31 68 (5%) 27 |19 | 85,192, 306,410 | 0
1 B | 1071/1308 (81%) |  0.08 17 (1%) 70 52 | 87,188,306, 415| 0
1 C | 1134/1308 (86%) |  0.33 61 (5%) 31 |21 |81,191,306,410| 0
1 D | 1034/1308 (79%) |  0.13 25 (2%) 59 40 | 84,185,302,416 | 0
All | ANl | 4373/5232 (83%) |  0.21 171 (3%) 43 29 | 81,189,304, 416 | 0

The worst 5 of 171 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 C 133 | ILE 5.5
1 A 845 | THR 5.4
1 A 1214 | ILE 5.4
1 C 110 | SER 5.4
1 A 160 | LEU 5.0

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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