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PDB ID : 8BOZ / pdb_00008boz
Title : structure of the Adherent-Invasive Escherichia coli Tle3/Tli3 T6SS effec-
tor /immunity complex
Authors : Cambillau, C.; Roussel, A.
Deposited on :  2022-11-15
Resolution : 3.60 A(reported)

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 : 4-5-2 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



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
http://www.wwpdb.org/validation/2017/FAQs#types
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#references
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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
Rfree NN
Clashscore NN
Ramachandran outliers
Sidechain outliers NN
RSRZ outliers I

Worse

Percentile Ranks

Value
W 0.270
- 12
D 1.4%
0.2%

0.2%

Better

I Percentile relative to all X-ray structures

[l Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Riree 180053 1747 (3.70-3.50)
Clashscore 190562 1827 (3.70-3.50)
Ramachandran outliers 187476 1773 (3.70-3.50)
Sidechain outliers 187428 1772 (3.70-3.50)
RSRZ outliers 180081 1745 (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 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 658 58% 23% BT 7
1 C 658 57% 22% B TS
1 E 658 63% 20% R T
1 G 658 66% 18% S s
1 I 658 63% 19% Y A

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

Mol | Chain | Length Quality of chain
1 K 658 62% 20% 17%
1 M 658 59% 21% 19%
1 O 658 58% 21% 21%
2 B 274 65% 14% 22%
2 D 274 62% 15% 23%
2 F 274 53% 24% 22%
2 H 274 60% 17% 23%
2 J 274 60% 19% 21%
2 L 274 56% 19% 25%
2 N 274 54% 21% 25%
2 P 274 51% 23% 26%
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 45234 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 Transmembrane protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! A ol Zg t?ZI 2 5C7 7 71(\)I5 721 S 0 0 0
L ¢ 530 gg;zl 25029 615\511 7?0 S 0 0 0
1 B 953 r‘45(1);{&71 26014 711]0 784 S 0 0 0
L] ¢ 0 a0 71 s v v v
L] | o oo 60 776 0 v v v
L k 546 Zg%l 25?80 71(\)I3 7(8)7 g 0 0 0
L M 530 gg;zl 25Cl9 626 7(6)4 S 0 0 0
L O o2l ggg%l 24%6 61;12 7(5)4 g 0 0 0
e Molecule 2 is a protein called Lipoprotein.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
9 B 915 Total C N O S 0 0 0

16565 1051 281 313 10

Total C N O S
2 b 210 1615 1023 278 304 10 0 0 0

Total C N O S
2 K 213 1628 1032 277 309 10 0 0 0

Total C N O S
2 H 211 1609 1020 273 306 10 0 0 0

Total C N O S
2 J 216 1651 1043 283 315 10 0 0 0

Total C N O S
2 L 206 1586 1004 273 299 10 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 N 206 1580 1001 271 298 10 0 0 0
Total C N O S
2 P 204 1572 994 271 297 10 0 0 0

e Molecule 3 is CALCIUM ION (CCD ID: CA) (formula: Ca) (labeled as "Ligand of Interest"

by depositor).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

3 A 1 Total Ca 0 0
1 1

3 C 1 Total Ca 0 0
1 1

5 B 1 Total Ca 0 0
1 1

3 G 1 Total Ca 0 0
1 1
Total Ca

3 I 1 1 1 0 0

5 K 1 Total Ca 0 0
1 1

5 M 1 Total Ca 0 0
1 1

5 0 1 Total Ca 0 0
1 1

gPDB
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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.
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18%

23%

58%

Chain A:

€L7

691

194
994

£90a

9SN
SSA

€SH

TS84

671

3

S71

LL1d

€L

TL1S

89Td

65T

GSTd

9%1a
SYIV

evTy
(4498

B6ETA
8€Td
LETY

SETA

L2TH

SCTI

€2TY

68N
78D
6.1

9.4

992b
§9TS
Y9CH

29T1

0921

§5¢d

TSy
0821

9721
(474"
9€TA
SETA
YECH

0€TY

9121l

124

T12d

T0zd
86T)

v61s
€6TA
2611
1610
06TN
681D

281D

08TM

0€EY
8zeN
veen
TZen

L1ed
9TelL

€7ed
(45344

80€I
COEX
Tecy
062K
68¢d
982

[4:14 4
1820

6.2V
S.LTv
0.21

69CKH

80SL

SOSN

205D

00SV
L8%A
¥8¥%a
0871
TLYA

S9%L
¥ov1

TSP0

AN

va
EVTM

T¥vd

€EVA

TEVL
[o574]

8T¥L

6174

STPY

S6ed

16€d
06EM

98€Y

18€d

8.L€4

9LEH

Y.LEN

CTLER

0LEM

89€L

8.Sd
LLS7T
9.S1

¥.SH

CLSL
T.8d
0454

9951

7931

0ZSI

9TSA

PIsL

[474°ks

6€90
9€91
£€9d
%29s
(4428
9191
STOM
¥19a
€19V
60971

90971
S09D

TO9M
86SGM
7691
£64d
2651
065X
L8SA

1854

e Molecule 1: Transmembrane protein

19%

22%

57%

Chain C:

691

281D
08TM
9.1
SLTH
vLTY
€LTA
cLTd
6GTH
SGTd
6VTL
8v1d
LVIN
9v1a
EVTY

8ETA
LETYH

YeTd
€ETS

0ETd

LTTH

-
)
121

68N

S81

0L

¥8cd

18za

8921

992b
S92s

® LTTd

S1CS
¥1cd

0TZA

T0Cd

S6TT
¥618

1610

S8T4

R LDWIDE

w_ 0

PROTEIN DATA BANK


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

8BOZ

wwPDB X-ray Structure Validation Summary Report

Page 7

8.Le4
L.eQ
9LEH

CTLEX
TLET
0LEM

89€L

99€H

v9ea

LSEH
99eL

62€L
8zeN

SCEV

TCEN

L1€4

ered
crey

80€T

v6TN

162V

682d
88TS

S8CA

8051
SOSN
€0Sh
008V

S6%D
v6¥%s

067a

L87&
987

¥8¥%a
6.%3
¥ov1
8G¥%d

YSYL

[4cigs
1570

LYYL
9L

Yyva

(47474
€EVI
6174
STPY

(45741
TI%L

L0%D
70%1
06eM

18€S
98¢€Y

¥8ed
€8€S

08EN

]
2651
]
685V
88SA
]
783N
[essd |
2894
1864
|
YLSH
€80
CTLSL
T.8d
]
%93A
679V
o)
L%94
9790
S¥93
oV
€%90
]
6€90
]
9€91
]
£€9d
|
¥29s
|
TC9A
|
9191
STOM
[ wrea |
615K €19V
[eea | |
L1784 TO9M

n

Transmembrane prote

e Molecule 1

16%

20%

63%

Chain E

0L
691
898
L9Y4
(422
094

9GN
SGA

TG4

SP'1

06TN

L8TIN

S8T4

281D

LL1d

9L1D

SLTH

09T}

SGTd

CSTA

£7Td

1545

¥eTd

0ETA

8TTM

68N

184

S81

LLT

PLN
€L1

9TEL

€7eY
(4544

COEX
86CL
¥62N
182N
982N

98CA
78¢4

[4:14 4

6.2V

S92s
¥9CH

2921

TGy
0SeI

921

9€TA

Teed
ogey

L2271

144

S12S
v12d

T12d

602D

T024

S6T1
¥618

1610

STVY

80%V

s6ed

16€D
06EM

98€H

¥8ed
£8€S

08EN

8.eY
LLed

Ssled

CTLEX
TLET

99€H
S9EN

£9€H

T9ed

SGEN

62l
9ced
TCEN
0ZeT

0ESH
¥2sd
615X
¥IsL
008y
€670

08%1
6.%3

SL¥1
Y.Lvd

S9%L
V1

SGPM
4]

9VvL

yva
EYTM

8EYA

9EVT

CEVH

T2yl
0PN

42kt

6€90

9€91

¥zos

0290

STOM

86SM
L6390

969D

111

£649d
2691
16Sd

9854

Transmembrane prote

83N

8.5d
LLS7T

¥LSH

e Molecule 1

. 15%

18%

66%

Chain G

LLT
9.4
SL0
€LT
691
[4°)8

9GN
SGA

9vd
vd

vd
ovd

S6T1

2611
161D

98Th

N MW oNo N
e N N S
B e Il | e
EXN<SXNOMLE O

S9TA

0S1da
6711
8vTd

SYIY
421
evTy

8€Td
LETYH

621D

8TTM

£CEA

TZEA

9T€L

(454

90€d

06CA

98T

(43144

6.2V

LT

0.21

8921

S92s

29T1

{44\

0S21

L%CI

6ETY

9ETA

ez
92C1

44

1229

1

O

R LDWIDE
PROTEIN DATA BANK

W



8BOZ

wwPDB X-ray Structure Validation Summary Report

Page 8

6,73
S9%L
9G6¥%d
1570
laAn
Sv¥S
¥vva
evvM
9e7T
CEVH
6Ty
STVY
(4574
L0%D
¥ov1
06EM
18€8
98¢y
98€T
v8ed
08EN
6.LEN
8.e4
CTLEX
99€H
S9EN
voea
€9€Y
29€d

0GEM

1194
0794

8094

9091
86SM
€69d
0654
9894
Y.LSH
€180
CTLSL

095K

PEE]

€CSA

0ZSI

9TGA

brsL

L0S3

TOSA

98%a

¥rov
€790

6€£90

9€91

€€9d

€19V

111

Transmembrane protei

e Molecule 1

17%

19%

63%

Chain I

S6TT
7618

®
2611
1610

9810

€81D

181D

6LT4
8LTM

9.L1D
SLTA
YLTV
ELTH
cLTd
191D
89TN
GSTd
veTd

0€Ta
621D

SCTI

8TTM

vzen

TeeN
0zer

9TelL
€T€Y
60€S
06CA
18t
98TN
S8CTA
¥8cd
18za

992b
S92S

€928
2921

892l
LS8za

¥SCH

0seI

9¥%T1

(474!
74

9€TK

02N

8TCA

§TCS
¥1cd
€72d

0TCA

9Y¥L
¥¥va
9EVT

€EV
CEVH

9T¥I
STPY

807V
L0%D

70%1
86€d
96€L

¥8ed
€8€S

08EN

8.LeY
LLEA

Sled

CLEX
TLET

L9€D

S9EN

€984

85EN

S954
793

09SKH

65659
8554

6TSA

L1SY
6674
€670
067a
L8Y7&
¥SvL

1570
0S¥%1

8Y¥L

SG91

1524

8£9d

9€91

2€91

0€9d

9191
STOM

0194

111

Transmembrane protei

e Molecule 1

17%

62%

Chain K

€LT

691

LETY

€ETS

SCTI

8TTM

L8TN

S8TA

6.2V

S.LTV

€LTV

8921
192D
992d
9928
Y9CH

2921

8SCL

952

TScH
0S2I

9%C1

9€TA

YECH

ogey

S12S
124

104

861X

96TM
S6TT

(45748

70v1

86£Q

S6€Q

€6€T

06EM

98€Y

v8ed
€8€S

08EW

8.eY
LLeQ

CTLEX

0LEM

89€L

99€H

v9ea

SvES

TEET

€TEN

Tzen

L1€d
91€L

e1eyd
(4534

20eX

62V
062X

O

R LDWIDE
PROTEIN DATA BANK

W



8BOZ

wwPDB X-ray Structure Validation Summary Report

Page 9

S9%L
¥ov1

85vd

1570

9FPL
SH¥S

CEVH

627y

1470
¥Zvd

T2%L
LT%1

9T¥I
STPY

6€90

9€91

0€9d

¥29s

[44°28

9191

88SA

9854

¥8SH
YLSH
€180
CTLSL
6950
%93A

095K

111

Transmembrane protei

e Molecule 1

19%
IR

21%

59%

Chain M

o
‘D-g-
> Iz

09

LGS

1670

6810
88TH

9810
S8Td

08TM
LL1d

YLV
ELTH

991
€9TN
091X
SSTd
EVTY
ovTM
B6ETA
8ETA
veTd

€Ty

.84

L1
9.4

06CA
68¢d

98TN

082d
6.2V

i=Vka §
992b

8928
Y9CH

2921
0821
L¥TI

9¥%T1
e

E€¥TT
(44

YECH

0€TY

Leet

0ZZN

8TCA

€12d
[454%

0TZA

€0CN
20TN
T0zd

S6TT
7618
€6TA
¢6TT

L8€S
98¢€Y
S8€T1
78ed

Z8€ES

08EN

8.LeY
Llrea
9.LEH
Sled
CLEX
99€H

¥9ea
€924

65€D

0SEM

LzeN

eee

e1eyd

90€d

€0ed
COEA

¥62N

Tecv

02SI
615K

915K
S1SQ

€050
00SY
69%d

S9%L
v9¥1

9G%d
1S90
Vvl
7vva
TEVL
STPY
(0] 574¢8
L0%D

70%1

CO¥H

S6€Q

€671

06EM

88€1

€€9d

¥2os

7190
€TV

TO9M

86SM

969K

2691
1650
06394
683V
8839A

783N

8.Sd
LLST

Y.LSH
€150
TLSL
T.Sd

6950

L9SA

2954

09SH

6553

9€91

11

Transmembrane protei

e Molecule 1

21%

21%

58%

Chain O

881D
L8TN
98710
S8Td

6LTd

8ETA
LETY
9€TI

€ETs

68N
88N

9.4

€L1

062X

98TN
S§8TA

8Ty
6.2V
SLev
8921
9928
Y9CH
€92s

€520

TS2H
0seI

9¥T1
S¥ex

(474
1474

LETY

GETA

€ecy

0TCA

S6TT

LTEN

gcey

TZeN

L1ed

€7eY

60€S

O

R LDWIDE
PROTEIN DATA BANK

W



8BOZ

wwPDB X-ray Structure Validation Summary Report

Page 10

0TS

80SL
L0SH

GOSN

€050
008V
€670
067
L8VA
6.73
SL¥T
69%d
v9¥1
[4ci4 S
AN

EVPM

Tvvd
TEVL
8ThL
61%d
9TvI
STPY
174578

TPl
0T¥%a

00%L

86€d

96€L

16€D
06EM

11

€790

199V

TCIX

ipopro

6790

STOM

ET9V

e Molecule 2

1194

8093

te

Li

22%

14%

65%

Chain B

6SN
851

€921

€¥CI
v
TvCA
oved

0€TY

82C1

92Tk

j144

v1ca

(4145
60TM
9021
S02A
¥02d
€028
20Td
9674
v6Td
0614
98T
T8TA
6.T4

TLID
TLIL

CSTA
TSTV

VTN

(47497

921d

very

ST

L0TT

€61

L9d

11

te

ipopro

L

e Molecule 2

23%

15%

62%

Chain D

[4%43)

144

S02A

9674

v6Td
€6TT

7811

z81a
8T
081ad
6LT4
8LTL
vL1d
€STI
8¥%10
9€TL
CETY

ve1d

2eIs

6114

L1748

ST

L0TT

66V

L6N

€61

684

L8H

€84

8.4
LLN

690
89d

892¢d
192b

v9cd
1924
6520

8€TL
LETS

11

te

ipopro

L

e Molecule 2

22%

24%

53%

Chain F

Y9N

§92d
v9ca

6520

LS

YSCA

{4144

€¥CI

oved
6ETH

LETS
9€Td

821

{44 4

1144

61CA

1121

L0271

9021
S0TA

€0CS

€611

T6TA

¥8T1

z81a

6L14

9L1D

Y.L1d

6STH

LS1Q

O

R LDWIDE
PROTEIN DATA BANK

W



8BOZ

wwPDB X-ray Structure Validation Summary Report

Page 11

ipoprotein

L

e Molecule 2

23%

17%

60%

Chain H

9021

9674

€671
2611

8810
S8TA
7811
€8T
SLTL
9STL
€STI

VTN
SYIN

CETV
4214
1211
0zTM
6114
€T11
60TY

L0771
90TI

€0TH

2920
jeacs
924
8¥%cd
15498
8€TL
veed
azces

61CA
812¢H

1121
0121

ipoprotein

L

e Molecule 2

21%

19%

60%

Chain J

081a
6.74
8L11L

SL1L
¥L1d

2914
1914

LS1Q

€9TI

871D

VTN

CETV

274

Ssc1a

L174

STTH
801a
LOTT
90TI

COTI

001X

@
(2}
<

L6N
764
€61
z6b

684

ipopro

L8H

€84

8L

8.4
LLN

VLI
€4

690
89d

v9ca

652D

SSTH
vsch

€¥CI

8€TL

8221

j4%4cs

21es
1121

9021

e Molecule 2

v0cd

9674

€671

7811

281a

11

te

Li

25%

19%

56%

Chain L

CYIN
9€TL
CETY
T€Td
0€Td

1211

6114

CIIX

60TV

LOTT

SOTX
70TA
€0TH

96N

€61
z6b

06N
98L
8.4
288

TLI

z9eL
92y
09za
TSTN
0S2d

8¥cd

111

9%Cs

vveca
€%CI

6€CD

9ged

ogey

91¢s
S12a

v02d

S6TA
7614

ipoprotei

L

e Molecule 2

25%

21%

54%

Chain N

€¥1D

710

8ETH

SETIN
YETT

CETY

b

8CT1
1214

S21a

1211
0zTM

L0TT

SOTX
70TA
€0TH
L6N
96N
G6A
64

8.4

LI

690

Tod

O

R LDWIDE
PROTEIN DATA BANK

W



8BOZ

wwPDB X-ray Structure Validation Summary Report

Page 12

¥9ca

€¥CI

oved
6€TD

9€Td

1128

s12a

9021

¥02d
€028

€6TT

98T
S8TA

991d

6ST1D

€STI

67TH

9vTH

ipoprotein

L

e Molecule 2

26%

23%

51%

Chain P

€GTI
TSIV
€VID
LETH
SEIN
CETY
1€1d
0€Td

9z1a
Sc1a

{49

6114

L174

CITA

0TTS
60TV

LOTT
90TI

€0TH

LBN

169

6520

LSTH

SGCH
S¥C1
vveca
€¥CI
o¥vcd
61CA
812ZH
L12S
60CM
S02A
¥02d
€02s
9614
v61d
T6TA
0674
681D

98TH

811

T8TA

6.LT4

LLTY
9.1
SLTL

691S

L9TK

29Ty
1914

L1810

O

R LDWIDE
PROTEIN DATA BANK

W



Page 13

wwPDB X-ray Structure Validation Summary Report

8BOZ

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 67.86A 449.07A 116.23A .
Depositor
a, b, c,a, B, 90.00°  93.18° 90.00°
. 48.74 — 3.60 Depositor
Resolution (4) 4874~ 3.60 EDS
% Data completeness 98.9 (48.74-3.60) Depositor
(in resolution range) 98.9 (48.74-3.60) EDS
Rinerge (Not available) Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.46 (at 3.57A) Xtriage
Refinement program PHENIX (1.19.2 4158: 777) Depositor
R R 0.233 , 0.268 Depositor
7 Phfree 0.234 , 0.270 DCC
Rree test set 3949 reflections (4.94%) wwPDB-VP
Wilson B-factor (A?) 106.1 Xtriage
Anisotropy 0.370 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.28 , 74.9 EDS
L-test for twinning? <|L|>=038, < L?>=0.21 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.90 EDS
Total number of atoms 45234 wwPDB-VP
Average B, all atoms (A?) 104.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 3.32% 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.

WO RLDWIDE

PROTEIN DATA BANK
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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:
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 0.15 0/4188 0.37 | 2/5736 (0.0%)

1 C 0.18 0/4102 0.39 | 2/5618 (0.0%)

1 E 0.17 0/4246 0.37 0/5819

1 G 0.18 | 0/4259 | 0.41 | 1/5838 (0.0%)

1 | 0.15 0/4157 0.39 0/5700

1 K 0.15 0/4193 0.33 0/5745

1 M 0.17 0/4091 0.34 0/5604

1 O 0.16 0/4008 0.32 0/5486

2 B 0.11 0/1699 0.31 0/2316

2 D 0.14 0/1657 0.32 0/2258

2 F 0.11 0/1670 0.29 0/2277

2 H 0.10 0/1651 0.28 0/2252

2 J 0.12 0/1693 0.30 0/2307

2 L 0.10 0/1626 0.27 0/2212

2 N 0.10 0/1621 0.29 0/2208

2 P 0.11 0/1611 0.34 0/2191
All All 0.15 | 0/46472 | 0.35 | 5/63567 (0.0%)

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

There are no bond length outliers.

All (5) bond angle 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 | Atoms Z | Observed(°) | Ideal(?)
1 C 187 | ASN | CA-C-N | -7.34 114.37 120.98
1 C 187 | ASN | C-N-CA | -7.34 114.37 120.98
1 A 187 | ASN | CA-C-N | -6.08 112.85 121.54
1 A 187 | ASN | C-N-CA | -6.08 112.85 121.54
1 G 265 | SER | CB-CA-C | -5.20 110.56 116.54

There are no chirality outliers.

All (1) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 64 | TYR | 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 4072 0 3708 118 0
1 C 3989 0 3645 117 0
1 E 4127 0 3709 92 0
1 G 4143 0 3713 70 0
1 I 4042 0 3646 82 0
1 K 4079 0 3693 105 0
1 M 3978 0 3627 100 0
1 O 3900 0 3540 97 0
2 B 1655 0 1537 26 0
2 D 1615 0 1505 30 0
2 F 1628 0 1510 44 0
2 H 1609 0 1488 28 0
2 J 1651 0 1525 36 0
2 L 1586 0 1477 30 0
2 N 1580 0 1465 35 0
2 P 1572 0 1460 46 0
3 A 1 0 0 0 0
3 C 1 0 0 0 0
3 E 1 0 0 0 0
3 G 1 0 0 0 0
3 I 1 0 0 0 0
3 K 1 0 0 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 M 1 0 0 0 0
3 O 1 0 0 0 0
All All 45234 0 41248 1011 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 12.

The worst 5 of 1011 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:K:331:LEU:HD12 | 1:K:366:HIS:CD2 1.36 1.57
1:K:331:LEU:CD1 1:K:366:HIS:CD2 2.05 1.38
1:K:331:LEU:CD1 1:K:366:HIS:HD2 1.33 1.37
1:C:185:PHE:CZ 1:C:217:GLN:NE2 2.19 1.10
1:K:258: THR:HG22 | 1:K:331:LEU:HD11 1.48 0.96

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
1 A 529/658 (80%) | 475 (90%) | 45 (8%) 9 (2%) 35
1 C 518/658 (79%) | 463 (89%) | 49 (10%) | 6 (1%) 41
1 E 543/658 (82%) | 481 (89%) | 49 (9%) | 13 (2%) 29
1 G 548/658 (83%) | 480 (88%) | 55 (10%) | 13 (2%) 29
1 I 531/658 (81%) | 473 (89%) | 48 (9%) | 10 (2%) 6| 33
1 K 534/658 (81%) | 493 (92%) | 38 (%) 3 (1%) 54
1 M 518/658 (79%) | 472 (91%) | 34 (%) | 12 (2%) 30
1 O 507/658 (77%) | 464 (92%) | 35 (7%) 8 (2%) 36

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 B 213/274 (78%) 193 (91%) | 18 (8%) 2 (1%) 147 46
2 D 208/274 (76%) 191 (92%) | 16 (8%) 1 (0%) 24 57
2 F 211/274 (77%) 197 (93%) | 13 (6%) 1 (0%) 24 57
2 H 209/274 (76%) 192 (92%) | 15 (7%) 2 (1%) 127 45
2 J 214/274 (78%) 191 (89%) | 23 (11%) 0 100 I
2 L 204/274 (74%) 188 (92%) | 15 (7%) 1 (0%) 24 57
2 N 204/274 (74%) 189 (93%) | 15 ("%) 0
2 P 202/274 (74%) 180 (89%) | 22 (11%) 0
All All 5893/7456 (79%) | 5322 (90%) | 490 (8%) | 81 (1%)

5 of 81 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 184 PRO
1 A 211 PRO
1 A 501 TYR
1 A 560 MET
1 E 211 PRO

5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a
percentile score with respect to all X-ray entries followed by that with respect to entries of similar
resolution.

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 402/559 (72%) 399 (99%) 3 (1%)
1 C 396/559 (71%) 396 (100%) 0
1 E 398/559 (71%) 398 (100%) 0
1 G 400/559 (72%) 399 (100%) 1 (0%)
1 I 393/559 (70%) 392 (100%) 1 (0%)
1 K 399/559 (71%) 398 (100%) 1 (0%)
1 M 392/559 (70%) 391 (100%) 1 (0%)
1 O 382/559 (68%) 382 (100%) 0

(2)
v
E
&
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Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 B 174/234 (74%) 174 (100%) 0
2 D 169/234 (72%) 169 (100%) 0
2 F 170/234 (73%) 170 (100%) 0
2 H 168/234 (72%) 168 (100%) 0
2 J 172/234 (74%) 172 (100%) 0
2 L 165/234 (70%) 165 (100%) 0
2 N 164/234 (70%) 164 (100%) 0
2 P 163/234 (70%) 163 (100%) 0
All All 4507/6344 (71%) | 4500 (100%) | 7 (0%)

5 of 7 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 G 185 PHE
1 I 185 PHE
1 M 564 VAL
1 K 185 PHE
1 A 186 GLN

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 43
such sidechains are listed below:

Mol | Chain | Res | Type

2 H 101 ASN
2 L 96 ASN
1 I 88 ASN
1 K 191 GLN
1 M 264 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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
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5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

Of 8 ligands modelled in this entry, 8 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.

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
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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 541/658 (82%) -0.37 0 | 54, 89, 117, 138 0
1 C 530/658 (80%) -0.37 2 (0%) 49, 83, 114, 142 0
1 E 553/658 (84%) -0.31 1( 51, 95, 123, 143 0
1 G 558/658 (84%) -0.32 0 49, 93, 125, 173 0
1 I 543/658 (82%) -0.27 1( 49, 97, 126, 148 0
1 K 546/658 (82%) -0.32 2 ( 53, 95, 129, 152 0
1 M 530/658 (80%) -0.29 2 ( 75, 106, 140, 165 0
1 0 521/658 (79%) -0.24 1( 83, 133, 169, 183 0
2 B 215/274 (78%) -0.41 0 74, 93, 141, 172 0
2 D 210/274 (76%) -0.44 0 64, 93, 124, 163 0
2 F 213/274 (77%) -0.42 0 68, 97, 132, 155 0
2 H 211/274 (77%) -0.39 0 77,123, 145, 175 0
2 J 216/274 (78%) -0.43 0 64, 95, 146, 191 0
2 L 206,274 (75%) -0.28 1( 79, 115, 141, 156 0
2 N 206,274 (75%) -0.33 1( 83, 129, 150, 161 0
2 P 204/274 (74%) -0.16 0 117, 181, 204, 221 0

All | ALl | 6003/7456 (80%) -0.32 11 (0%) 49, 100, 155, 221 0

The worst 5 of 11 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
519 | TYR 4.8
216 | THR 3.3
515 | ASP 3.0
141 | GLY 2.6
212 | LEU 2.5

= ZZ2 RO
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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)

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 CA A 701 1/1 0.95 0.09 83,83,83,83 0
3 CA K 701 1/1 0.95 0.08 81,81,81,81 0
3 CA O 701 1/1 0.95 0.11 | 106,106,106,106 0
3 CA C 701 1/1 0.96 0.10 T72,72,72,72 0
3 | CA M | 701 | 1/1 096 | 0.12 | 91,91,91,91 0
3 CA I 701 1/1 0.96 0.08 70,70,70,70 0
3 CA G 701 1/1 0.97 0.04 83,83,83,83 0
3 CA E 701 1/1 0.99 0.05 76,76,76,76 0

The following is a graphical depiction of the model fit to experimental electron density of all
instances of the Ligand of Interest. In addition, ligands with molecular weight > 250 and outliers
as shown on the geometry validation Tables will also be included. Each fit is shown from different
orientation to approximate a three-dimensional view.


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

Page 22 wwPDB X-ray Structure Validation Summary Report 8BOZ

Electron density around CA A 701:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)
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Electron density around CA K 701:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)




Page 24 wwPDB X-ray Structure Validation Summary Report 8BOZ

Electron density around CA O 701:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CA C 701:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)
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Electron density around CA M 701:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CA I 701: ' *\=’=
2mF,-DF. (at 0.7 rmsd) in gray 0
mF,-DF. (at 3 rmsd) in purple (negative) .

and green (positive) |
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Electron density around CA G 701:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)

and green (positive)
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Electron density around CA E 701:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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6.5 Other polymers (i)

There are no such residues in this entry.
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