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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 3.60 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 M 0.277

Clashscore N - 16

Ramachandran outliers NN 0.0%
Sidechain outliers N D 7 .1%
RSRZ outliers NN I 2 8%
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 1257 (3.70-3.50)
Clashscore 141614 1353 (3.70-3.50)
Ramachandran outliers 138981 1307 (3.70-3.50)
Sidechain outliers 138945 1307 (3.70-3.50)
RSRZ outliers 127900 1161 (3.70-3.50)

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
3%
1 A 775 59% 35%
%
[ |
1 B 775 63% 31%
%
[ |
1 C e 63% 32%
%
[ |
1 D e 62% 32%
%
1 E ) 65% 29%
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2  Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 29340 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 Major inner protein P1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 760 Eggaél 37CO9 1(1)\;2 1 3)5 282 0 0 0
1 B 760 Eggaél 37CO9 1(1)\;2 1 3)5 282 0 0 0
1 ¢ 760 Eggaél 37CO9 1(1)\;2 1 3)5 282 0 0 0
1 b 760 Eggaél 37CO9 1(1)\;2 1 1(2)5 282 0 0 0
L £ 760 Zggaél 37009 1(1)\5132 1 1(2)5 282 0 0 0

There are 35 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 1 GLY - EXPRESSION TAG | UNP P11126
A 770 HIS - EXPRESSION TAG | UNP P11126
A 771 HIS - EXPRESSION TAG | UNP P11126
A 772 HIS - EXPRESSION TAG | UNP P11126
A 773 HIS - EXPRESSION TAG | UNP P11126
A 774 HIS - EXPRESSION TAG | UNP P11126
A 775 HIS - EXPRESSION TAG | UNP P11126
B 1 GLY - EXPRESSION TAG | UNP P11126
B 770 HIS - EXPRESSION TAG | UNP P11126
B 771 HIS - EXPRESSION TAG | UNP P11126
B 772 HIS - EXPRESSION TAG | UNP P11126
B 773 HIS - EXPRESSION TAG | UNP P11126
B 774 HIS - EXPRESSION TAG | UNP P11126
B 775 HIS - EXPRESSION TAG | UNP P11126
C 1 GLY - EXPRESSION TAG | UNP P11126
C 770 HIS - EXPRESSION TAG | UNP P11126
C 771 HIS - EXPRESSION TAG | UNP P11126
C 772 HIS - EXPRESSION TAG | UNP P11126
C 773 HIS - EXPRESSION TAG | UNP P11126

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

Chain | Residue | Modelled | Actual Comment Reference
C 774 HIS - EXPRESSION TAG | UNP P11126
C 775 HIS - EXPRESSION TAG | UNP P11126
D 1 GLY - EXPRESSION TAG | UNP P11126
D 770 HIS - EXPRESSION TAG | UNP P11126
D 771 HIS - EXPRESSION TAG | UNP P11126
D 772 HIS - EXPRESSION TAG | UNP P11126
D 773 HIS - EXPRESSION TAG | UNP P11126
D 774 HIS - EXPRESSION TAG | UNP P11126
D 775 HIS - EXPRESSION TAG | UNP P11126
E 1 GLY - EXPRESSION TAG | UNP P11126
E 770 HIS - EXPRESSION TAG | UNP P11126
E 771 HIS - EXPRESSION TAG | UNP P11126
E 772 HIS - EXPRESSION TAG | UNP P11126
E 773 HIS - EXPRESSION TAG | UNP P11126
E 774 HIS - EXPRESSION TAG | UNP P11126
E 775 HIS - EXPRESSION TAG | UNP P11126
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Stretches of 2 or more

35%

59%

L
1
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3%

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: Major inner protein P1

Page 5

860

760

162

684
880

98A

<
©
5]

0
~
=4

@
~
>

044

L9V
99%

T9I

8G9

193

8YW

©
<+
<

vvd

(44

Led
9ET

0€S

+i

{4y

o
N oo
X <

69TV

® 991d
9971
$9TI
€974

@ 091d

LGTA
9GTH
el 0]

€414
{434l
TSTL
0STL
6711

LYTH
ovT4d

6ETV

9ETH
SETT

CETT

+

8¢1d
LT1d
9TTA

E€TTA

6TTH

LTTV

8YEV
LYES

Sved

OHNMYWLO 0O A M
Mo omomonmonillio ¢ 4
MWMO®MMOMm Mm0Hon0n
AEN I H BB ®>H

oTEeS

TTEI
12ed
0ZEM
61€d

9TEL

v1€es
€1€1
c1ed
11€d
0T€d

voey

v6Tk

0621

L8z
982S

%821
£8zh
z8za
1821

9oLcH
S.TT

eLav
TLTS
TL2d

I

LTPY
® 9THh

® 1C¥i

8074
L0%L

€0%d
(4044

00%L

86€S

96€Y

26€D
T6€d

L8€T1

»8eh

L

YTl

TTSA

0TSH

8191

S18S

® T18v
@ 018V

L

TOGA

66%d
867N

id

T6TH

687V

98%A

E£8YNH

874
08%

LLYN

TLPT
0L%S

89%a

99%1

PovL
£9%4
29%1

09%V

SPPA
747478

6E€%T

LETH

SEPY

CTEYS
TEYN
0EVA

TE9Y

8T9A

€291
{44k s
T29A
0294
6193

AL
919b

¥191
6094
1690
0653
6894

6.9d

V8LSM

LLST
9LSH
GLST

CTLSL

99971
9991
$99%
£99V
29gh
19971

8998
£99)
1SS
6791
€%9d
[472°hA
Ty
098I
6€9S

SEGI

E€ESN
CTESL

0€SA
629d
8TSI

9G.LT

bSLn

8Y.LY

9.1

{425

0%.L4
6ELS
8€.L1
TELT

oLy
€TLI

9TLA

80LI

€0LY

T69A

1899
9891

7891

1891

6,93

LL9Y%

€L9L
TLOA

09N
6990
899K
€991
6993
€990

LESR

2e9I

31%

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W

63%

3%

e Molecule 1: Major inner protein P1
Chain B: ™


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

wwPDB X-ray Structure Validation Summary Report 4K7H

Page 6

6114

(435

0171

v0TH

007d

162

88l
L8N

G811

€80

081

S.b

13

846

T

S¥S

vy

+

9ET

10
3]
-

o «@o
o - ]
M wna Aa

@ S0TA

6671

L6TYH

S6T1

1614

8810

€874

08TX

LLTL

E€LTYH

CTLIR

TLIA
0LTR

89TV
L91a
991d

¥9T1

091d

8GT1T

99TH
S9TD

€974
29Ta

0STL
6911

6ETY
8E€TT

9ETYH

€e1d
CTETT

0ETV
8C1d

LT1d
9TTA

voevy

96ca

16C4
0621

182N
98ZS
982y
%821
£8zh
z82a
1821

9LcH
S.21

LTV
TLTs
TL2d

S9TL

£92d
292s

63y

SGTL

£8TA
zaes

6%CA

1574

6221
8CCH

STTI

344
(444

0ze1
@ 61Ty

91TV

v12d
€TTL
® Ty
1720

60T
@ 80TX

@ 90za

Y6€S

T6ED

L8€1T

8eb

T8EN

TLEL

89€Y
LOEV

S9gb

09€A
69EA

v1€es
€11

TIER
0T€ed

LOEI

98%1

¥8vd

8%Y

LLBN

SLvV

LY
0L%S

89%a

99%1

PovL
£9%4
T9%1

09%V

LSPA

¥9va
£9%4

SYPA

LETW

SEVV
YEVD

TEYS
TEYN

raz't
9zl

LO%L

wOvI
£0%d

1091

86€S

96€Y

06sd

6.9d
y8.LSGM
LLST
9LSH
GLSI

@® TLSL

0LSN

8991
L98a

€99V
298l
1991
€993

TGSX

69T

Tvee
0%SI

GEST

€ESN
CESA

i44:00

TSN
0TsM
61GA

L

TI6Y
018V

T0SA
TOSA

66%d

€671

687V

9TLA

0T.La

LESK

TE9I

629V
8T9A

T29A
0coY

919b
ST99
z191
11971
6094
0093

8694
L6ST

€634

LSLD

0S.L1

8%.LY

JOr 1nner pro

9%L1

EPLY
(42

0%.LY
6ELS
8ELT

€eLh

9TLM
GTLI
oLy
€TLI

e Molecule 1

TCLH

in P1

te

Maior ;

3%

Chain C: -

32%

63%

TLd

99L&

79I
09N

1

eeic

€41

193

i

[44

LEd
9€T

0LTA

89TV

9971
%911

097d

86711
LSGTA

SGT10

€414

€82l
z8ca
1821

9.LcH¥
S.21

LTV
T.LTS
TL2d

t

S9TL

£9zd
[44

+

0921
692

SGTL

€9TA

6%CA

Lyen

1574

8€cd

SE€TL

+

£eey

0221

L12Y
91TV

vicd
€12l

)

® 602TH

e 90za

€0Ts
20T

002TL
66711

*

TLEL
0LET

89€Y
LOEY
99¢€4d

09€A

1

€8€D
@® CSEN
TG€H

TYER

07EL
6EEL

9EEI
S€ed

€€e1
ceen
Teed
0g€ed

S9%D
7ovL
£9%4
(45574
09%V
LGPA

vava
£9%Y4

LY%Yd

SHPA

0%%d

SEVV

[45749
@ TEWN

@ 62%L

o LTvH
® 9zHh

457

0T%A

80%4

L8ET

S8€Y
78el

T8EN

LLEN

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4K7H

Page 7

04SN

L9sa

€0GA
CTOSA

€6%A

98%X
S8%N

8%

LLYN

SLYY

99%1

80LI
L0LT

CT69H
1694

%891
£89L

1891

6,93

LL9Y%

7L971

TLOA

6990
899N

0794

9E9H

7e9b
8Z9A
1Z9A
0Z9Y
6793
879Y
LT9Y
%1971
6094
869Y

1690

689K

T8SH
08GHM
6.9d
¥8.LSHM
LLSI
9LSH
SLSI

€LSL
CTLSL
TLSH

98.1

jor inner pro

PSLN

8%.LY

£YLY

8ELT

Tl
€TLI

9TLA

€TLa

tein P1

Major i

e Molecule 1

32%

62%

3%
.

Chain D

v8d

081

8L

SL0

99%

639D

9GA

€41

188
0SS

328
[44!

+

Led

674
8810a
€874
081X
LLTL

TLIA

0LTA

89TV

991d
G971

€974

091d

8911

i) 0]

€974
241da
TSTL
0871
6711
AT
E¥TH
918
9ETH

CTETT

8¢1d

i 2x4S
eLTY
TLTS

S9TL

£92d

TOTH

662y

eiciA

€8TA

YoeY

2T0ed

L6TH

1624

L8tTN
98¢S

7821
€820
z8ca
1821

9.LTH
S.21

89%a

99%1

Yo%l

09%V

LSPA

¥S%a

i74728

6E%T

SEVY

@ TTvA

80%4
LO%L

£0%d

T

06€d
68EA

L8€T

g8eY
»8eb

T8EN

TLEL
0LEI

89€Y
LOEY
99€4d

TSSA

6931

£%9d
[47°h9

0%SI
6€9S

S€SI
besy
€ESN
CTESK
T€9D
0€SA
@® 6cSd
8231
pRactS
9291

¥esL
34cts

0ZSH
6TSA
8191
TISY
@ O0TSY

%0SS
€0GA
COoSA

867N
L6%H

€671

687V

1874

LLPN

TLPT
0L%S

vTLY
€TLI

0z.4

S0L4

CT69H
T69A

7891
1891
6,93
8.9I
LL9Y%

€L9L
TLOA

6990
899K

S99

£%9d

90

LEQR

e9h

8Z9A

929d
ST9N
%291

1291
0Z94

8194

919h
9199
%197

08GH
6.49d
V8.LsM
LLSI

S.SI

[ ] CTLSL

98.1
PGLN
08.1
6%LA
8v.Li

EvLY
cvLE

6ELS

€eLD

62.1

in P1

te

: Major inner pro

e Molecule 1

2%

29%

65%

Chain E

©
b
=

<
@
[55]

[4:7

08T

~
~
©

SLb

ELL

T4

99&

© o
I} ©
B =

9GA

€91

+

55728

Led
9ET

0€S

LTN

STT

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4K7H

Page 8

OLTX
69TV

L91a
991d

911
€974

0917d

84711

3

€474
ca1a
TSTL
0GTL

+

SPT1

8ETT

CETT

+

8C1d
LT1d
9TTA

1

61TY

® STIN

[aa%)]
TTIL
0TTI
v01d

88b

v1es
£€T1€1
cred
T1ER
0T€d

Y0EY

T0ed
98cs

€8zh
z82a

6921
0921
692
9621
GGTL
¥9¢1
€GTA
6%CA
1574
veTL
0ETY
6221

8CCH
® .TTb

STTI

€TV

0ze1

L1TH
91TV

v12d
£TTL
(414
1720

@ 60TH
80T
0TS
90za

2021

1071
00%L

v6es

06€d
68EA

L8ET

98eY
78eh
£8EN

T8EN

£Lgd

TLEL

89€Y
LOEY
99€4

£9€a
[42ioks

LSEH
9ed

€6€D
@® CSEN

67€I

ePel
(442

0YEL
6EEL

9€EI

£E€ET

1e€d
0€€d

TTEI
Tced
0TEM
61€d

T0SA

66%d
867N

€671

687V

98%A

8%

LLWN

LY
0L%S

89%a

99%1

£9%4
29%1

09%V

LSPA

¥8va

L9794

SHPA

6E%T
8EWL

YEVD

[4374
TEYN

8Z¥H
LT%Y
9zl

114723

80%4
LO%L

P0vI
£0%d

291
€291

TZoA
0T9Y

8194

191

0193
6094

1884

T8GH
08SH
6.9d
V8.LSHM
LLST
9LSH
GLSI

TLSL

9991

99y

1961

£89)

TGGR

iak

€%ad
THSL

0%SI

GEGT

6c9d
8¢8I

j44°"

6TSA
8191
LISK

TIGY
018y

6%.LA

€hLY

€ELD

TELA

LTLY

SCLI

€L

TCLH

9TLA

S0.LY
T69A
7891
1891
LL9Y
vL971
€L9L

TLOA

6990
899K

€991

® 099%
64693

4998

T994

£%9a

TvoA
0%94

LESR

€90

8T9A

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



Page 9

wwPDB X-ray Structure Validation Summary Report

4K7H

4 Data and refinement statistics (i)

Property Value Source
Space group Cc2221 Depositor
Cell constants 182.59A 278.85A 246.47A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 40.92 - 3.60 Depositor
Resolution (4) 4092 — 3.60 EDS
% Data completeness 91.0 (40.92-3.60) Depositor
(in resolution range) 91.0 (40.92-3.60) EDS
Rinerge 0.19 Depositor
Rsym 0.19 Depositor
<I/o(I)>" 2.08 (at 3.57A) Xtriage
Refinement program PHENIX (phenix.refine: 1.8 1069) | Depositor
R R 0.217 , 0.274 Depositor
» Hhfree 0.222 , 0.277 DCC
Rfree test set 3350 reflections (5.03%) wwPDB-VP
Wilson B-factor (A?) 118.3 Xtriage
Anisotropy 0.115 Xtriage
Bulk solvent ky(e/A3), By(A?) 0.30 , 150.0 EDS
L-test for twinning” <|L] > =047, < L?* > = 0.30 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.93 EDS
Total number of atoms 29340 wwPDB-VP
Average B, all atoms (A?) 178.0 wwPDB-VP

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

function is 1.79% 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
Mol | Chain | pyioy v 7155 | RMSZ | #|2] 5
1 A 0.41 0/5988 0.67 5/8146 (0.1%)
1 B 0.42 0/5988 0.67 5/8146 (0.1%)
1 C 0.40 0/5988 0.66 3/8146 (0.0%)
1 D 0.42 0/5988 0.68 4/8146 (0.0%)
1 E 0.43 0/5988 0.69 6/8146 (0.1%)
All All 0.42 | 0/29940 | 0.68 | 23/40730 (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 4
1 B 0 5
1 C 0 3
1 D 0 5
1 E 0 4
All All 0 21

There are no bond length outliers.

The worst 5 of 23 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
1 E 161 | LEU | CA-CB-CG | 6.90 131.16 115.30
1 B 161 | LEU | CA-CB-CG | 6.81 130.97 115.30
1 E 59 GLY N-CA-C -6.64 96.49 113.10
1 B 59 GLY N-CA-C -6.42 97.06 113.10
1 D 161 | LEU | CA-CB-CG | 6.32 129.83 115.30

There are no chirality outliers.

5 of 21 planarity 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 | Group
1 A 159 | SER | Peptide
1 A 318 | ILE | Peptide
1 A 34 | LEU | Peptide
1 A 35 | GLN | Peptide
1 B 34 | 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 5868 0 2807 213 0
1 B 5868 0 o807 203 0
1 C 5868 0 2807 188 1
1 D 5868 0 5807 195 2
1 E 5868 0 5807 169 1
All All 29340 0 29035 949 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 16.

The worst 5 of 949 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:51:GLU:H 1:C:564:LYS:HE3 1.32 0.92
1:D:367:ALA:HB1 | 1:D:368:LYS:HA 1.51 0.91
1:A:51:GLU:H 1:A:564:LYS:HE3 1.36 0.90
1:E:318:ILE:HG22 | 1:E:320: TRP:HB3 1.54 0.89
1:E:367:ALA:HB1 | 1:E:368:LYS:HA 1.55 0.86

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:523:ARG:O | 1:D:523:ARG:NH2[8 _455] 2.12 0.08
1:D:655:ARG:O | 1:E:27:ASN:ND2[4 555] 2.18 0.02



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 758/775 (98%) 717 (95%) | 41 (5%) 0
1 B 758 /775 (98%) 720 (95%) | 38 (5%) 0
1 C 758/775 (98%) 718 (95%) | 40 (5%) 0
1 D 758/775 (98%) 717 (95%) | 41 (5%) 0
1 E 758/775 (98%) 722 (95%) | 35 (5%) 1 (0%) 51 |83
All All 3790/3875 (98%) | 3594 (95%) | 195 (5%) | 1 (0%) 100 I 100

All (1) Ramachandran outliers are listed below:

Mol | Chain

Res | Type

1 B

61 ILE

5.3.2 Protein sidechains ()

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 618/643 (96%) 575 (93%) | 43 (%) 15 48
1 B 618/643 (96%) 576 (93%) | 42 (7%) 161 50
1 C 618/643 (96%) 579 (94%) | 39 (6%) 181 53
1 D 618/643 (96%) 572 (93%) | 46 (7%) 13 46
1 E 618/643 (96%) 569 (92%) | 49 (8%) 12 44
All All 3090/3215 (96%) | 2871 (93%) | 219 (7%) 147 48



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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5 of 219 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 C 309 SER
1 C 716 VAL
1 E 429 THR
1 C 317 ILE
1 C 429 THR

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (4) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 533 ASN
1 B 228 HIS
1 D 228 HIS
1 E 156 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 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

A 760/775 (98% -0.24 20 (2%) 56 40 130, 172, 242, 296

1 ) ( 0
1 B 760,775 (98%) -0.20 20 (2%) 56 40 | 125, 172,241,296 | 0
1 C 760,775 (98%) -0.21 26 (3%) 45 30 | 123,170, 243,295 | 0
1 D 760,775 (98%) -0.20 23 (3%) 50 34 | 122 169,241,293 | 0
1 E 760,775 (98%) -0.20 18 (2%) 59 42 | 122, 168,241,296 | 0

0

All All 3800/3875 (98%) -0.21 107 (2%) 53 37 | 122, 171, 241, 296

The worst 5 of 107 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
425 | SER 6.3
529 | PRO 5.4
161 | LEU 5.2
529 | PRO 5.1
426 | GLN 4.9

[y QY Y =
ssli@]iwlRwilvs)

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.

6.4 Ligands (i)

There are no ligands 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
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
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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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