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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 (i) 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 : 4.02b-467
Xtriage (Phenix) : 1.13
EDS : 236
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) : 2.36
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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 2.70 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 I I M 0.267
Clashscore - 05
Ramachandran outliers NN 0.0%
Sidechain outliers D 16.9%
RSRZ outliers I [— | 5%
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))
R free 130704 2808 (2.70-2.70)
Clashscore 141614 3122 (2.70-2.70)
Ramachandran outliers 138981 3069 (2.70-2.70)
Sidechain outliers 138945 3069 (2.70-2.70)
RSRZ outliers 127900 2737 (2.70-2.70)

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 300 49% 42% 5% .
1 B 300 : 51% 37% 8%
1 C 300 50% 41% 5% .
1 D 300 L 50% 40% 6% -
1 E 300 : 52% 38% 7% .

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
3%
1 F 300 = 48% 44% -
%
1 G 300 = 51% 38% 1% .
%
1 H 300 46% 42% 8%
3%
1 I 300 = 51% 41% 5% -
3%
1 J 300 = 50% 39% 7%
3%
1 K 300 - 50% 39% 7% .
2%
1 300 = 49% 40% 7%

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-

ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
3 CL A 1303 - - X -
3 CL H 1301 - - X -
3 CL I 1301 - - X X
3 CL L 1301 - - X -
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 26552 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 Tail needle protein gp26.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 289 g(iﬁlaéél 13C10 315\516 4(5)1 ? 0 0 0
1 B 289 rg(igl 1??10 315\516 4(5)1 ? 0 0 0
1 ¢ 289 5(1)51381 13010 32]6 4(5)1 ? 0 0 0
o % | s 1310 380 451 1 0 0 0
L] E % | Sim 1510 386 s 1 0 0 0
L F %9 | Sim 1510 386 45l 1 0 0 0
L] G % | Sis 1510 386 sl 1 0 0 0
R %9 | Sus 1510 386 4ol 1 0 0 0
! ! %9 | Sus 1510 386 45l 1 0 0 0
1 J 289 gﬁ? 1?>C10 315\316 4(5)1 ? 0 0 0
1 K 289 g?ZaSl 1?>ClO 31§6 4(5)1 ? 0 0 0
1 L 289 2(1)231 1?(510 3216 4(5)1 ? 0 0 0

e Molecule 2 is CALCIUM ION (three-letter code: CA) (formula: Ca).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
9 A 1 Total Ca 0 0
1 1
Total Ca
2 E 1 1 1 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
9 G 1 Total Ca 0 0
1 1
Total Ca
2 J 1 1 1 0 0

e Molecule 3 is CHLORIDE ION (three-letter code: CL) (formula: CI).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total Cl

3 A 2 5 9 0 0

3 D 1 Total Cl 0 0

1 1

Total Cl

3 E 1 1 1 0 0
Total Cl

3 H 1 1 1 0 0
Total Cl

3 I 1 1 1 0 0

3 K 1 Total Cl 0 0

1 1

Total Cl

3 L 1 1 1 0 0

e Molecule 4 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total O

4 A 70 70 0 0 0
Total O

4 B 81 31 31 0 0
Total O

4 C 54 54 54 0 0
Total O

4 D 68 68 68 0 0
Total O

4 E 61 61 61 0 0
Total O

4 F 70 70 70 0 0
Total O

4 G 58 58 53 0 0
Total O

4 H 54 54 54 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

4| 61 foral 0 0 0

4| 67 Toral 9 0 0

4 | K 53 forl 9 0 0

4| L 67 foral O 0 0
SPDE
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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: Tail needle protein gp26

5%

42%

49%

Chain A:

990710
LSOTA

€50TD
CS0TY

0G0TN
8v0TN

T901d
0%0TL

8E0TH
LEOTY

L

€E0TT

TEOTA

62011

9C0TA

%2014

22071

0Z0TS
6T0TY
8101

9107Td
STOTL

€T0T0

TT0TA
0TOTA

LOOTN
90071
S00TS
%001d
€00TQ

TOOTH

€VTTH
NJEAQ
LETTD
9ETTT

veTIS
€ETTI
CETIN
TETIN
0ETTH

8CTTL
LTTTL
meﬁ>
(442 %!

STTIN

9TTTh
STTT1

CITTI

L2ty
92TTH
STTTA
j£447\

022TH

LTITTA
912TS

F

CITIN
11211
0TZ1d
602TS

90CTS

1021V

86TTS

Z8TTA
18TTY

LLTTV

6821d

98CTD

€8CTY
28CT1

6.21d
8L2T1
L.2TY
9.2TH

j2Xax]
€Le1d
LTy
TL2TH
04211
69CTI

S9CTV

19211
09z1a

LSTTL

vsc1a

e Molecule 1: Tail needle protein gp26

6%CTL
8%¢T1
Lyeta
izaa
svera

0%CIN
6ETTY

CETTM
T€TTD
0€TTL

Y%

Chain B: .

8%

37%

51%

L3

+

veoty
€20Td

P01V

LOOTN
90071

OSTIN

ov1TH

EVITH

LETTD

YETIS

0€TTA

SCTTH

€eT1a
[442%!

LITTL
9TTTD
STTT1
vi118

60714

90TT.L

Y0TTYd

COTTIN

T60TN

260TL
T60TI

88014
L80TH

S80Ta

280TI
18014
08071
6L0TD

SLOTV
v.L013
€LOTH

0L0T1

T€CTO
0€TTL
62210

|

j£4a9\
€TTTH
(4445}

F

8T1¢TS
LICTA

STCTL
E€TTTA
07121d
60TTS
90218
S0ZTY
v0T1s

TOZTV

TeTT1
88TIN
L8TIN
98114
S8TTV
€8TTL
8LTT1

TLTTD
TLITT

B69TTV
89TTI
L9114

CoTTL

8STIN
LSTT1

SSTTL

L

TSTTL

® 6%CIL

iy
Eizaa )
m«mﬂo

6ETTY
8ETT.L

e Molecule 1: Tail needle protein gp26

9€TTL
SETTY

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe


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

ALIN

wwPDB X-ray Structure Validation Summary Report

Page 8

5%

41%

50%

Chain C

vL013
€LOTH

TLOTV
0,071
69074
890TA

990TH

€90TN

+

19013
0S0TN

[4()

920TA
SCOTN
jZ4UxS

CCOT'T

0zZ0Ts
@ 6107V

STOTL
P01V
€T0TD
C10TI
TT0TA

600Td
800TN
LOOTN

TOOTI

TOTTV

29111

09714

LSTT1

TSTTL

8YTTL

9%1Td

vvita

wita

9€TTT

€ETTI
CETIN
TETIN

LTTTL

SCTTH

[443%¢

STTIN

9TTTY

CITTI
11174

70114

COTTIN
TOTTT

S60T.L

06074

L80TH

780TA

780TH
08011

[4249)
15745
0¥TIN
6ETTY

LETTD

SECTV
vecty
€ETTL
Nmmﬁz
GTTTA
veeTA
mNM«&

6TCTA

LITTA
91218
STCTL
45400
€TCTA
CITIN
aamﬁq
80CTV
L0211

S0ZTh

€02TL
20TTL
T0TTY

6821d
88CTI

€82TY
28211

26

08z1d
6.21d
8211
LLTTV
9.TTH
S.TTL
jZXax
€L2TYd
cLTTy

1921V

€921V

09214

GSCTL

€92TS
TSTTA

6%CTL
8¥C11

Eizatd
vveTd

m gp

Tail needle protei

e Molecule 1

40%

50%

€90TN

$S0Th

19013

90TV

YEOTA

CEO0TT

0€0TS

9C0TA

€201d
[adut
T20TI

6T0TV

L1011

STOTL

0TOTA
600Td
800TN

TSTTL
OSTIN

LYTTI

SPTTS

1

26

60TTd

TOTTT

660T.L

L60TY

T60TI

L80TH

S§80Td

€801d

18014
08071

8L0TH
LLOTI
9.0TY

v.L01d
€LOTH

0L0TT

SETTY
veTTv
€ETTL
8ccTTy

STTTA

€TTTH
(44458

LITTA
91218
STICTL
vicIL
E€TCTA

11211
0121d
60CTS

L0211
902TS

0TS
TOZTV
002TL
66TTH

LBTTA

|

€6TT0
¢6TTT

€8TTL
¢8TTA

+

Tail needle prote

TLTTD

|

89111
L9114
9911D

68C1a
88CTI

78TV

28CT1

8L2T1

9.1
SLTTL

€.Le1d
thﬁm
69CTI
89211
L9TTY

S9CTV

29zZ1h

0921d

mmmﬂm
08214
6¥CTL

e Molecule 1

Lyeia
izaa )
s¥e1a

[444%)

8E€CTTL
LETTD

1m gp

%

7%

38%

52%

Chain E

8L0TH

9,074

vL013

0L0TT

1901d
990TD

€90TN

T90TH
0S0TN

8%0TH

S¥OTI

Tv01a
0%0T.L

8E0TH
LEOTY

GEOTA

2e0T1
TEOTA

6207

€9TTL
2oTTL

6STTA

LSTTT

GSTTL
YSITI

OSTIN

LYT1L
o9vTTYH

0%TTA

9€TTT

9CTTA
SCTTY

€2T1a
(44291

B6TTTA

STTTT

CITTI
11114

80TTV
LOTTL

70114
€0TTA

L

TOTTT

660T.L

760N

T60TI
06074
680TS
880Td
L8OTH
980Td
S$80Td
780TA
€801d

T80TYH

6L0TD

vvecTd

[4%4%)

8ETT.L

SETTY

+

449\
€T
(44458

6TCTA

LITTA

STCTL

€TCTA
CITIN

|

L0211

S0ZTh
T0CTY
86TTS

LBTTA
96TTA

€6TT0

L8TTIN

L

€8TTL

6.11d

+

SLTTA

TLITD
TLITT

69TTV

O

R LDWIDE
PROTEIN DATA BANK

W



ALIN

wwPDB X-ray Structure Validation Summary Report

Page 9

|

69CTI
89211

99CTN
S9CTY
Y9211

Tail needle prote

29ZTh

65CTS
8SCTh
LSTTL

F

€59CTS

6%CTL

in gp26

e Molecule 1

2%

44%

48%

Chain F

¥901d

290TH

6S0TYV

9501V
SS0TD

2S0TV
TS0TH
0S0TN
6701V
8701

8€0TY

9€0TI

220T1
T20TI
0zots
6101V

L1071
91074

P01V
€T0TD
CT0TI

600Td

LOOTN
90011
S00TS

€00Td

TOOTI

SP11S
vvita
EVITH
wita
0¥TTA
®

LETTD
wmmﬁq
CETIN
TETIN
ommﬁm
wmmﬂ>
mﬁmﬁ>
9TTTD
mﬁmﬁq
CITTI
11114

60TTd
80TTY
LOTTL
90TTL
SOTTA
womﬁﬁ
«omﬁq
wmmﬁH
S60T.L
760TN

T60T.L

680TS

L80TH
980Td
®

18074
08071

LL0T1
9,074

v.L01d
€LOTH

69013

1901a
990TD

61CTA

STCTL
viCIL
€TCTA
CITIN
11211
012Td
60CTS

902TS

00CTL
66TTH
86118
LBTTA
96TTA
S671Q

26111

L8TIN
98113

78TTL
€8TTL

T81TH

-

LLITY

SLTTA
VLTIN

TLITD
TLITT
0L11S

897TI

S911d

TOTTA
09774

8GTIN

CSTTA
TSTTL
O0STIN

LYITI
VI

682Ta
88CTI

9821

0821

8.TT1
LLTTV
9.LTTH

€.274

TL21d

89CT1

99CTN

85TTh
LSTTL
99CTA
SSCTL
¥sc1a

Tail needle prote

6ETTY

Yectv

CETTM

62ZTh

e Molecule 1

Leaty

26

m gp

2%

7%

38%

51%

Chain G

7901a
€90TN
290TH
850Ta

SS0TD
$S0Th

0S0TN

8%0TH
SYOTI

8€0TH
LEOTY

VEOTA

C2E0TT

0€0TS

L2014
9C0TA

€20Td

0Z0TS
6T0TY

STOTL

€T0T0
C10TI
TT0TA
OTOTA
600Td
800TN
LOOTN
90071

TOOTH

29TTL

oJmﬁm
hmmaq
¢8I
TSTTL
0STIN

LYTTI

-

EVTTH

wita
LETTD
€ETTI

8CTTL

ScTTY

9TTTh

CIITI

80TTY

90TTL

v011d
€0TTA

TOTT1

L60TY

S60TL

L80TH

#80TA

18074

L

LL0TI
9,074

v.L013

890TA

990TH

(4745

0vCIN
6ECTV
8ETTL

9€CTL

622Th

j£449\
€TTTH
[444 %'t

LITTA

vieil
€TCTA
CITIN
11271

602TS

902TS
S0ZTh
voz1s
€0CT.L

T0CTY

26

66T
86TTS
S61TA
€6TTD
68TTI

S8TTV

18CT1

42%

G8CTH

€8CTY

82TV
08z1a
6.21d
8L2T1
Ligty
9,213

€L21d
LTy
TLerd
0LTTL
69CTI
89211

99CTN

09214

85ZTh
LSTTL

¥521d

0SCT4d

@ 9vCIV
S¥e1a

in gp

Tail needle protei

e Molecule 1

8%

46%

¥90Td
€90TN
290TA

09070

0SOTN

90TV
SY0TI

F

0%0TL
6E€0TD

LEOTV
9€0TI
SEOTA

€€0TT

TEOTA
0€0TS

82018

920TA
SCOTN
vcoty
€20Td
CCOTT
12071

6TOTY

9T0TH
STOTL

600Td
800TN

90071

O

R LDWIDE
PROTEIN DATA BANK

W



ALIN

wwPDB X-ray Structure Validation Summary Report

Page 10

LSTTT
9STTV
€STTV
OSTIN

EVITH
(445448

0PTTA
6ETTA

€ETTL
CTETTIN

6CTTV
8CTTL

9CTTA

(44291

STTTT

60TTd

SOTTA
voTTY
€0TTA
CTOTTIN
TOTTT

860TI
L60TY

760N

C60T.L

hwmﬁm
780TA
£801d

08071

3
L

cLota

890TA
1901a
99010

SETTY

CTETTM
T€21d
0€TTL
62ZTh
8¢CTd
L2CTY

SCTTA

€2CTA

-

81CTS
LITTA

STCTL
vic1L

CITIN
17211

Y611V
€6TT0

L8TIN
98113

Z8TTA
8LITT
PLIIN
TLITT

89TTI

YoT1V

C9TTL

09774

6,273
8211

9.2TH
SLTTL
v.214

L

19211

8SZTH

SGCTL
¥se1a
€4CTS
CSCTA

Tail needle prote

05214

8YCTT

e Molecule 1

ovCTV
svera

cveTd

6ECTY
8ECTL

in gp26

2%

5%

41%

+

51%

Chain I

99070
$90T3a
7901a
€90TN
290TH
T90TA

SS0TD
S0Th

2S0TY

8¥0TH

B
+

E€¥0TD

SEOTA
7EOTA

0€0TS

820TS
12014
9Z0TA
STOTN
v201d

2eoT1
T20TI
020Ts

91074

€T0T0

® TT0TA

800TN
LOOTN

S00TS

TOOTH

L9113

S9113

8GTIN

YeITI

OSTIN

LYITI

OYTTA

9€TTT

€ETTI
CETIN
TETIN
0€TTA
6CTTV

S2T1Y

€2T1a

6TTTA

9TTTD
STIT1

11174

60773
90TTL
70174
860TI

S60TL
760TN

680TS
880THd

€801
2¢80TI
78074
08071
6L0T0

€L0TH
c¢L0Ta

@ 971V

Yve1d

[aZ4 5]
15745

8ECTL
LETTD

€ECTL
CETTM

0ETT.L

SCTTA
j£447\

0221H

LITTA

STCTL

€ICTA
CICIN
11211

602TS
80TTY
L0211
90TTS

€0CTL
LBTTA

96TTA
S6TTa

€6TTH
26111

68TTI
88TIN

C8TTA
18TTY

9L11S

TL1T1

89TTI

68C1d
88CTI

98219
G8CTH
v8CTV
€82TY

08z1d
6.L21d
8211

m gp

9.TTH
S.TTL
V.14

cLeTd
TLeTd
0L2TL
69CTI

Y9211

29210

09214

e Molecule 1

® 8sTId
@ .LSTll
wmmﬂ>
0S¢T4d
6%CTL
8%CT1
Lveia

26

Tail needle protei

3%

7%

39%

50%

Chain J

990TH
S9073
79010

290TA

090Td

9G0TV

8%0T%

90TV
SYOTI

CYOTA
170Ta

9€0TI
SEOTA

€€0TT

+
=

820TS
L2074
9C0TA

F

vcotd
€201d

L1011

STOTL

€T0TD

TT0TA

(44291
9TTTD

STTT1
Y1118

11114

60TTd

86011
LBOTY

S60TL
760TN

T60T.L
T60TI
06074

880Td
L80TH

F

@® €801d

6010

1,071
9,074

v.L013
€LOTH

TLOTV
0L0T1T

1901a

8ETTL

CETTM

® 0€T1l

8¢CTY

92CTH
SCTTA

€2CTH

6TCTA

LITTA

CITIN
11211
0121d

902TS
S0ZTh

86TTS

96TTA
S6TTa

+

98TT1d

V8TTL

T8TTA

8L1T1

SLTTA
PLIIN

@ 68C1a
88CTI
18211
9821H
S8CTH

9.2TH
SLTTL
v.L21d
€.L27d
cLery
T.213
0.2T1
69CTI
89211

99CTN
S9CTV

19271

Tail needle prote

6GCTS
8SZTH
L8271
99CTA
® 9§9CTL
vscta

05214

67CTL

Yvec1d

(47445

0%CIN

in gp26

e Molecule 1

O

R LDWIDE
PROTEIN DATA BANK

W



ALIN

wwPDB X-ray Structure Validation Summary Report

Page 11

7%

39%

50%

3%
=

Chain K

L1011

Y101V

C10TI

0TOTA
600Td

S00TS

€001d
C00TY
TOOTI

CSTTA

8YTTL

SY11S
vy11d

ZviTa

LETTD

CETTIN

0€eTTd

LTTTL

SCTTH

[44 3%

F

9TTTD

vITIS

TI1Td

60TTd

90TTL
SOTTA

€0TTA
COTIN

L60TY

Y60TN

260TL
]

880Td

L80TH
]

€801d

178014
08071
6L0TD

9,074

vL01d
€LOTH

SETTV

CTETTM

0€TT.L

8ccTTy
L2TTY

SGTTTA

€TTTH
® 2TTid

6TCTA

LITTA

vicIL
€TTTA

11211

60CTS

L0211

v0CTS
€0CTL

00CTL
66TTH
86TTS

96TTA

YOTTV

6STTA
8STIN
LSTTT

SSTTL

6821

hm“ﬂq
£8CTY
28CT1
1821V
0821a
6,213
8.LTT1
LLTTY

SLTTL

€L2T4
(kA%
ﬁhmﬂm
89CT1
L92TY
99CTIN

S9CTV

LSTTL

Tail needle prote

CSTTIA

52TV
® 0S2¢1d

8¥C11

® E€¥CIA

e Molecule 1

157958

in gp26

2%

7%

40%

49%

Chain L

0L0TT

1901a
99070
S90T3d

€90TN
290TH
T90TA

SS0TD
S0Th

2SOtV
1507

6701V

SY0TI

vvoTV

v01a
0%0TL

LEOTY

GEOTA
620TH
820TS
L20td

j£4UxS

@ 8T01d

91074

0TOTA

800TN
LOOTN

€STTV

OSTIN

LYITI
VI
SY1TS
vvita
EVITH
cvita

9ETTT
SETTY
YETTS
TETIN

LTTTL
9CTTA

0C1TS

LITTL
9TTTh
STTTT

T
OTTTD

LOTTL

SOTTA
70114
€0TTA

TOTT1
00TTV

860TI

96013

880714

18074

6L0T0

9.07TY

v.L013
€LOTH
2TL0Ta

@ 8¥Cl1
LvTTa

€VCTA

LETTD
CETTM

62210

L

STTTA
iZ447N

61CTA

81CTS
LITTA

vie1L

CICIN
11271
01ZTd
60CTS

v0c1s
€0CTL

66113

96TTA
S611a

98173

18174

6L1TQ

9LTTS

89TTI
L9714

99114
YoTTV

29TTL
TOTTA
09774

8GTIN

SSTTL

6821d

98219
G8CTH

€82TY
28e11

6,214

+

jZX4x's

cLTTd

@ 0.211
69CTI
89211

99CTN
S9CTV
Y9211

2921h

O

R LDWIDE
PROTEIN DATA BANK

W



Page 12

wwPDB X-ray Structure Validation Summary Report

ALIN

4 Data and refinement statistics (i)

Property Value Source
Space group P1 Depositor
Cell constants 38.69A 147.93A 151.01A .
o o o Depositor
a, b, c, a, B, 87.94 90.05 89.95
. 14.99 - 2.70 Depositor
Resolution (A) 20.92 — 2.70 EDS
% Data completeness 91.5 (14.99-2.70) Depositor
(in resolution range) 73.2 (29.92-2.70) EDS
Rinerge (Not available) Depositor
Reym (Not available) Depositor
<IJ)o(l)>" 1.81 (at 2.68A) Xtriage
Refinement program PHENIX (phenix.refine: 1.8.2 1309) Depositor
R R 0.229 , 0.268 Depositor
7 Phfree 0.229 , 0.267 DCC
Rree test set 1766 reflections (2.39%) wwPDB-VP
Wilson B-factor (A?) 32.9 Xtriage
Anisotropy 0.997 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.26 , 21.5 EDS
L-test for twinning? <|L] > =050, < L*>=0.34 Xtriage
0.000 for h-1.k
0.000 for h,1-k
0.430 for h,-k,-1
Estimated twinning fraction 0.000 for -h,k,-1 Xtriage
0.000 for -h,-k,1
0.000 for -h,-1-k
0.000 for -h,Lk
Reported twinning fraction 0.480 for h-k,-1 Depositor
Outliers 0 of 73933 reflections Xtriage
F,,F. correlation 0.93 EDS
Total number of atoms 26552 wwPDB-VP
Average B, all atoms (A?) 65.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patter-
son function is 18.51% 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)

Bond lengths and bond angles in the following residue types are not validated in this section: CL,
CA

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 | pyigy | 417055 | RMSZ | (7] >5

1 A 0.27 0/2166 0.48 0/2950

1 B 0.26 0/2166 0.51 1/2950 (0.0%)

1 C 0.30 0/2166 0.55 1/2950 (0.0%)

1 D 0.27 0/2166 0.48 0/2950

1 E 0.26 0/2166 0.48 0/2950

1 F 0.26 | 0/2166 | 0.52 | 1/2950 (0.0%)

1 G 0.28 0/2166 0.51 0/2950

1 H 0.30 0/2166 0.52 0/2950

1 I 0.29 0/2166 0.49 0/2950

1 J 0.27 0/2166 0.51 0/2950

1 K 0.27 0/2166 0.52 0/2950

1 L 0.28 0/2166 0.52 0/2950
All | A | 028 | 0/25992 | 0.51 | 3/35400 (0.0%)

There are no bond length outliers.

All (3) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
1 B 1248 | LEU | CA-CB-CG | 5.45 127.83 115.30
1 F 1248 | LEU | CA-CB-CG | 5.08 126.99 115.30
1 C 1083 | ASP | CB-CG-OD1 | 5.03 122.83 118.30

There are no chirality outliers.

There are no planarity outliers.

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

WO RLDWIDE

PROTEIN DATA BANK
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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 2148 0 2135 133 1
1 B 2148 0 2135 136 0
1 C 2148 0 2135 129 0
1 D 2148 0 2135 137 0
1 E 2148 0 2135 123 1
1 F 2148 0 2135 128 1
1 G 2148 0 2135 126 0
1 H 2148 0 2135 155 0
1 I 2148 0 2134 147 1
1 J 2148 0 2134 165 2
1 K 2148 0 2135 163 1
1 L 2148 0 2134 149 0
2 A 1 0 0 0 0
2 E 1 0 0 0 0
2 G 1 0 0 0 0
2 J 1 0 0 0 0
3 A 2 0 0 3 0
3 D 1 0 0 0 0
3 E 1 0 0 0 0
3 H 1 0 0 2 0
3 I 1 0 0 4 0
3 K 1 0 0 1 0
3 L 1 0 0 2 0
4 A 70 0 0 27 0
4 B 81 0 0 27 2
4 C 54 0 0 17 0
4 D 68 0 0 29 2
4 E 61 0 0 24 0
4 F 70 0 0 21 2
4 G o8 0 0 27 0
4 H 54 0 0 23 0
4 I 61 0 0 30 0
4 J 67 0 0 18 0
4 K 23 0 0 20 0
4 L 67 0 0 25 1

All All 26552 0 25617 1272 7

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 1272 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:J:1265:ALA:HB1 | 1:K:1250:PHE:CE2 1.41 1.49
1:H:1087:HIS:HD2 4:H:1454:HOH:O 1.08 1.35
1:K:1250:PHE:CE1 1:K:1264:ILE:HA 1.62 1.35
1:J:1217:TYR:CD2 | 1:J:1225:VAL:HB 1.72 1.23
1:K:1250:PHE:CD1 | 1:K:1264:ILE:HG12 1.73 1.22

The worst 5 of 7 symmetry-related close contacts are listed below. The label for Atom-2 includes
the symmetry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:J:1244:PHE:O | 4:F:1345:HOH:O[1 _455] 1.98 0.22
1:J:1244:PHE:N | 4:F:1345:HOH:O[1 _455] 2.04 0.16
4:B:1346:HOH:O | 4:D:1419:HOH:O[1 _446] 2.06 0.14
1:F:1234:ALA:O | 4:1:1408:HOH:O[1_655| 2.16 0.04
4:B:1338:HOH:O | 4:D:1465:HOH:O[1 _446] 2.18 0.02

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 287/300 (96%) | 276 (96%) | 11 (4%) 0 |
1 B | 287/300 (96%) | 279 (97%) | 8 (3%) 0 [100] [ 100}
1 C 287/300 (96%) | 276 (96%) | 11 (4%) 0 |
1 D 287/300 (96%) | 281 (98%) | 6 (2%) 0 |
1 E 287/300 (96%) | 277 (96%) | 10 (4%) 0 |
1 F 287/300 (96%) | 274 (96%) | 13 (4%) 0 |
1 G | 287/300 (96%) | 281 (98%) | 6 (2%) 0 100 | 100]
1 H 287/300 (96%) | 278 (97%) | 9 (3%) 0 |
1 I 287/300 (96%) | 277 (96%) | 10 (4%) 0 |
1 J 287/300 (96%) | 275 (96%) | 12 (4%) 0

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 K 287/300 (96%) 273 (95%) | 14 (5%) 0 100 I 100
1 L 287/300 (96%) 270 (94%) | 16 (6%) 1 (0%) 41 66

All All 3444/3600 (96%) | 3317 (96%) | 126 (4%) | 1 (0%) 100 § § 100

All (1) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 L 1019 ALA

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 229/238 (96%) 193 (84%) | 36 (16%)
1 B 229/238 (96%) 191 (83%) | 38 (17%)
1 C 229/238 (96%) 189 (82%) | 40 (18%)
1 D 229/238 (96%) 196 (86%) | 33 (14%)
1 E 229/238 (96%) 194 (85%) | 35 (15%)
1 F 229/238 (96%) 198 (86%) | 31 (14%)
1 G 229/238 (96%) 193 (84%) | 36 (16%)
1 H 229/238 (96%) 183 (80%) | 46 (20%)
1 I 229/238 (96%) 194 (85%) | 35 (15%)
1 J 229/238 (96%) 188 (82%) | 41 (18%)
1 K 229/238 (96%) 182 (80%) | 47 (20%)
1 L 229/238 (96%) 183 (80%) | 46 (20%)

All All 2748 /2856 (96%) | 2284 (83%) | 464 (17%)

5 of 464 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 G 1157 LEU

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

Mol | Chain | Res | Type
1 L 1179 ASP
1 H 1252 VAL
1 L 1144 | GLU
1 K 1196 | TYR

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 26

such sidechains are listed below:

Mol | Chain | Res | Type
1 G 1193 GLN
1 H 1087 HIS
1 L 1025 ASN
1 G 1229 GLN
1 H 1205 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 monosaccharides in this entry.

5.6 Ligand geometry (i)

Of 12 ligands modelled in this entry, 12 are monoatomic - leaving 0 for Mogul analysis.

There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.
There are no torsion outliers.
There are no ring outliers.

No monomer is involved in short contacts.


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
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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#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 289/300 (96%) -0.25 1 (0%) [o4]T951 | 29, 61, 89, 114 0
1 B 289/300 (96%) -0.23 4 (1%) 75 770 | 29,59, 80, 96 0
1 C 289/300 (96%) -0.18 1(0%) f940095) | 26, 64, 92, 122 0
1 D 289/300 (96%) -0.08 3(1%) |82 183] | 26, 73,101, 118 0
1 E 289/300 (96%) -0.13 2 (0%) §871189) | 28,64, 93,115 0
1 F 289/300 (96%) -0.15 51%) 70 72 | 28,60, 98, 124 0
1 G 289/300 (96%) -0.08 6 (2%) 63 65 | 33,67, 100, 141 0
1 H 289/300 (96%) -0.13 2 (0%) |87 189} | 32, 68,99, 114 0
1 I 289/300 (96%) 0.01 501%) 70 72 | 33,65,97,125 0
1 J 289/300 (96%) -0.03 8 (2%) 53 54 | 36, 67,97, 116 0
1 K 289/300 (96%) -0.08 8 (2%) 53 54 | 37,66, 102, 123 0
1 L 289/300 (96%) -0.03 7(2%) 59 60 | 39,65, 99,119 0
All | ALl | 3468/3600 (96%) 012 |52 (1%) 73 76 | 26,65, 97, 141 0

The worst 5 of 52 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1257 | THR 10.9
1024 | ARG 6.0
1257 | THR 5.5
1248 | LEU 4.7
1251 | ALA 4.5

—| =] =]~
ol Q—

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

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


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
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6.3 Carbohydrates (i)

There are no monosaccharides in this entry.

6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. The B-factors column lists the minimum,
median, 95" percentile and maximum values of B factors of atoms in the group. The column
labelled ‘Q< 0.9’ lists the number of atoms with occupancy less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
3 CL I 1301 1/1 0.60 1.00 | 171,171,171,171 0
2 CA J 1301 1/1 0.62 0.22 99,99,99,99 0
3 CL A 1302 1/1 0.89 0.07 50,50,50,50 0
3 CL E 1302 1/1 0.91 0.10 61,61,61,61 0
3 CL A 1303 1/1 0.94 0.05 60,60,60,60 0
3 CL H 1301 1/1 0.94 0.06 38,38,38,38 0
3 CL D 1301 1/1 0.94 0.09 58,58,58,58 0
2 CA E 1301 1/1 0.95 0.09 54,54,54,54 0
3 CL L 1301 1/1 0.96 0.10 49,49,49,49 0
3 CL K 1301 1/1 0.97 0.05 52,52,52,52 0
2 CA A 1301 1/1 0.97 0.12 79,79,79,79 0
2 CA G 1301 1/1 0.98 0.07 36,36,36,36 0

6.5 Other polymers (i)

There are no such residues in this entry.
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