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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



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
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 Percentile Ranks Value
Rfree I M 0.333
Clashscore IS | I 12
Ramachandran outliers I I 4.1%
Sidechain outliers I 21.8%

RSRZ outliers NN

Worse

0.6%

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))
R ree 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
%
1 A 523 38% 33% 1% . 15%
1 B 523 35% 34% 3% 1s%
%
1 C 523 38% 33% 0% %
1 D 523 21% 28% 2% %
1 E 523 37% 33% 2% 1%
%
[ |
1 F 523 38% 32% 12% 15%

W

sie

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

Mol | Chain | Length Quality of chain
%
1 G 523 38% 31% 13% . 15%
1 H 523 38% 31% 13% . 15%
1 | 523 37% 34% 11% . 15%
1 J 523 37% 33% 2% . 15%
1 K 523 33% 33% 15% . 15%
%
1 L 523 34% 34% 13% . 15%
1 M 523 38% 33% 12% 15%
;A»
1 N 523 36% 34% 11% . 15%
%
1 O 523 37% 33% 12% . 15%
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2  Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 53010 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 ADENOVIRUS 2,12 PENTON BASE CHIMERA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 444 3534 2235 611 676 12 0 0 1

Total C N O S
1 B 44 3534 2235 611 676 12 0 0 1

Total C N O S
1 C 44 3534 2235 611 676 12 0 0 1

Total C N 0O S
1 b 44 3534 2235 611 676 12 0 0 1

Total C N O S
1 b 444 3534 2235 611 676 12 0 0 1

Total C N O S
1 K 444 3534 2235 611 676 12 0 0 1

Total C N @) S
1 G 444 3534 2235 611 676 12 0 0 1

Total C N O S
1 H 444 3534 2235 611 676 12 0 0 1

Total C N @) S
1 I 444 3534 2235 611 676 12 0 0 1

Total C N O S
1 J 444 3534 2235 611 676 12 0 0 1

Total C N 0O S
1 K 444 3534 2235 611 676 12 0 0 1

Total C N O S
1 L 444 3534 2235 611 676 12 0 0 1

Total C N O S
1 M 444 3534 2235 611 676 12 0 0 1

Total C N O S
1 N 444 3534 2235 611 676 12 0 0 1

Total C N O S
1 0 444 3534 2235 611 676 12 0 0 1

There are 15 discrepancies between the modelled and reference sequences:


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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Chain | Residue | Modelled | Actual | Comment | Reference
A 312 LEU LYS conflict UNP P03276
B 312 LEU LYS conflict UNP P03276
C 312 LEU LYS conflict UNP P03276
D 312 LEU LYS conflict UNP P03276
E 312 LEU LYS conflict UNP P03276
F 312 LEU LYS conflict UNP P03276
G 312 LEU LYS conflict UNP P03276
H 312 LEU LYS conflict UNP P03276
I 312 LEU LYS conflict UNP P03276
J 312 LEU LYS conflict UNP P03276
K 312 LEU LYS conflict UNP P03276
L 312 LEU LYS conflict UNP P03276
M 312 LEU LYS conflict UNP P03276
N 312 LEU LYS conflict UNP P03276
@) 312 LEU LYS conflict UNP P03276
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA and DNA 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: ADENOVIRUS 2,12 PENTON BASE CHIMERA
%
Chain A: . 38% 33% 1% . 15%
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ADENOVIRUS 2,12 PENTON BASE CHIMERA

G088

T0SA

66%S
86%A

G671

e Molecule 1

15%

.

12%

28%

41%

i

Chain D

8TTH
LT1S

STTa
¥11a
€111

OTTL

90TV

%01D
€0Td

T0TX
00ta
66N
86N

V6L

T64

68S

180

a8h

€8N

o
©
|

[
~
=

[
~
a

9LS

€La
TLA

™
©
e}

*

[
Ire)
5]

<
rel
©v

o
"o}
o

®
-
10
[

)
5
3]

CIcL

60CH

L02H

(4199

8811

S8TN

2810

LL1E
9L1S

€LTD

TL1d

8974

[4°1%’5

0913
6GTA

TPIN

6E€T4
8ETH

+

YETA

CeTd
TETH
0ETN

0Z1H

6Ty

68TA

414\

9.za

€.T1

TLTd
0L2d

44

T9TI

09zH
6621

96zS

CSTH

0824
6¥ca
8¥TA

THT1

0%

veca

TETR

L7121
9TTH

*

63GEM

3

SGED

€ged

67ER

8EEL
Le€d

i
L

6ZEN

czea

94PN

1

0G%I

%4

529

1254

LO%A

66€EA

3

S6€ES
v6eI
£6€h

68€Y
88€4
L8EL

66%S

L6%1

€674
{43529

68%d

98%Y4

z8va
1871

T
.
M
=
)
®)
M
[9p)]
=
M
7.
o
ml;
.
€2
[al)
[
i
-
[p]
—
=
=
o)
>
m
mion O
=

89%1
L9%d

E9%H

1991

+

e Molecule 1

15%

12%

33%

oo m ©
© © © © ©
v a2 > =

37%

Chain E:

6L

68S
88H

6LA

LLL

SLY

69

99L

¥94

c9d

633

©
I}
~

IIII.w II
fre}
72

-
0
[

88TI

981N
G8TN

281a
T8TI

6LTNH

9L18

€L1D

TLId

99TA

912

29Ty
7911

8GTh

9G1a

a1l
€411

TGTY

+

AL S

LETA

SEIN

CETd

+

0TTd

1

8TTH
L11S

ST1a
v11a

69¢H
892
924

9Ty

7921
0929

9828

0§cd
6%Ca

L%TH
9%2D

%1

0%CI

9€Td

vecH

TETL
TETR

LTTH

0ogea

L1271

(4140
T1ea
0ted
60TY
802A
02D

€0TH

Z6TA

0672

9621
S6TS

£62h

06ca
68CTA
88cd
1821

(4148

9.ca

+

TL24

(47

8EEL
L€

SEES

6ZEN
8TER

STEN

9T€I

O

R LDWIDE
PROTEIN DATA BANK

W



2065

wwPDB X-ray Structure Validation Summary Report

Page 9

+

0THY

80%H
LO¥A

701

[4vi4 )

86€d
L6€d
96EN

£6€h

L8EL
98N
G8ed
8ea
£8€h

T8EW

3
2
B

SSED

€6eh

LYER

SHET

8671

G671

(45529

0671

L8%L
98%Y

28%a
8%L

LLYY
9.%0

YL%D

6974

99%1

T9%L
0991

(4§21

08%I
6%¥L
8%¥d

EvPY
(474748

SEPY
YEYN

CEVA

0EVL

LTYL
9Cvd

449745

(44748
(1474

905y
S0SS

€091
T0SA
TOSY

e Molecule 1

66%S

ADENOVIRUS 2,12 PENTON BASE CHIMERA

. 15%

12%

32%

38%

€111

OTTL
607D

90TV
S0Ta
%01D
€0Td
[

66N

160

S6A

4
)
=1

164

©
©
=

98N
w81
€8N
281

8.a

9LS
SLY
bLN

TLA
TLT

99L
S9a

o
©
a

18D

S6TA

T6TR

T6TH

98TN

€871

1811

8LTL

0STS

LYTA

6E€Td
8ETH

9E€Td

YETA

CeTd

0ZTH

8TTH

STTd

(4148

8.T1

SLTX

TL24

+

S9zh

09z2H

LSTN

-

6¥ca
8¥TA

(474
eI
021

TETL
T€TR

LTTH

(4448

0zea
6124

L1271

(4149

L0TH
90TI

£02CH
20e1

i

S62S

€62l
T6TR

68CA

+

6€€b

9EEL

YEET

TEES
T€EI

6TEN
8TER

Sged

czea
TceR
0ZEL

81€d
LTEN

21T

1290
0T%S

115729

Ll
L

LO%A

[dviA )

86€d

96EN
S6ES
v6e1

06€S
68€Y
88€4d
L8EL
98EA
98€d

£8€0
T8EN
T8EH

i
B

LLES

SLER
YLEL

TLES
0LED

89€L
LOEA

P9eL
£9€0

T9€T

8GES

aged

TS€a

LYER

SPeT

(45529

06%%
68%d

L8%L
98%Y

1871

1

LL%Y

Y.YD

TLYI

89%1

99%1

E£9%H

09%1

4440
1871

6771

447!
344
{47474

8E%d
LEPd
9E%d

CEVA G0SS
0€PL
6CP1 TOSA
| o8TEs 1094
LThl | 00sd
66%S
] 867A
HThY | |
€TYI €674

ADENOVIRUS 2,12 PENTON BASE CHIMERA

e Molecule 1

%

15%

13%

31%

38%

Chain G

0TTL
607D

90TV

01D
€07d

TOTA

66N
86N
160

v6L

T6T
164

685
88H

98N
a8h

€8N

0LX

LOL
99L
S9a

€9T
29d

09T

L6TY

61X

88TI

G8TN

1811

€L1D

TL1d

6971

997A

69TA
8GTh
1873

QGTY

2818
814
08718

RAATS

6€Td
8ETH
LETA
9€TH

YETA

CETd

8CTH

0TId
6TTM
8TTH

O

R LDWIDE
PROTEIN DATA BANK

W



2065

wwPDB X-ray Structure Validation Summary Report

13

Page 10

€LTI

TLCd
042D

89zh

092D

LGTN

elel4g)

1

TGTL

6¥%ca
8¥%TA
L%TH

(444}

9€Td

vecH
€ETN
TETL
TETR

LTTH

91cH

€1cH
(4141

L0TH

+

861D

2T6TA

68TA

L8211

LYER

3

£veN

TvEY

6£ED

cceda

j1474]

96€EN

beeI

T6EL

€8¢eb
T8EN

S0SS

€091
TOSA

86%A

€671

68%d

L8YL

S8
78%Y

28%a
T8%L

1

LLYY

254

89%1

SO7L

TO%L

L

€97A

44
(4474}

8EvH

3

PETN

ADENOVIRUS 2,12 PENTON BASE CHIMERA

e Molecule 1

. 15%

13%

31%

38%

Chain H

— o o
10 10 10
S @ =

ST1d

T

80TL
LOTS
90TV

%01D
€0Td
[

66N
86N
160

6L
6L

164

88H

©
©
=

€8N
[4:3¢

6LA
8.a
LLL

SL)
LN
€La

o
~
>

99L

29d

9G¥

€8T

18TI

6LTH
8LTL
LL1E

€L1D

TL1d

69TL
8974

99TA

918
€9TR
(4158

6SGTA

LGTH

YSTL

Ta1s
TSTY
0STS

SYIV

YETA

[431-S

8CTH

o - am
NN
SRR
© o H

0T1H
6TTH
8TTH
LTS
9TTH

L9c4

¥9TH

092H
6921
84921
ficta

0gzd
6%ca

L%2TH

(474

€eTN
CETL

LTTH

jx44)]

(444

ogea

L1271

£T2H

60T}

L0TH

20T1

L6TH

CT6TR

88TI

EEEN

T€ET

62EN

8TER

cTea

(A28
L]

€62l
T6TR

68CA

4214\
6Lca

9.za
SLTA

86€d

96€N
S6ES

£6€b

i
1

06€S

88€4
L8EL
98EA

€8ed
T8EN

6.ed
8LgT
LLES

YLEA

cLed
TLES
0L€D

89€L

3

gg€ed

TSEQ

6YEL

YPER
EVEM
TYES

Legd
9EEL

06%X
68%d

S8vY

28%a

187L

LL%Y

w90

89%1

99%'T

+

eleiiicd

i

6%%L
8¥%¥%d

(4441
1991

YEVN

(45728

@ 6Th1

LTHL
9Thd

v

1250

11572

3

60%S
80%H
LO%A

9094

€091
CTOSA

66%S

e Molecule 1

L6¥I

ADENOVIRUS 2,12 PENTON BASE CHIMERA

R LDWIDE
PROTEIN DATA BANK

w_ 0



2065

wwPDB X-ray Structure Validation Summary Report

Page 11

15%

11%

34%

37%

Chain I

STTa

90TV

%010
€0Td
Tots

S6A
6L
€6L
T6'1
T6d

88H

3

98N

8L
€8N
281

8610
L6TYH

3

T6TH

68TA
88TI

S8TN

€871
z81a
T8T1

6LTH
8LIL

B
38

vLIN
€L1D

TLId

L9713
99TA

vo1d
€9TX

8GTh

Ta1s
TSTH
0S1s

SYIV

8ETH
LETA

SETN

CE€Td

8CTH

(4414

0T1H

8TTH
L11S

6.22
821

9.2d

€21
TLTH
TL24

+

L9¢d

g9zb
v9zY4

092H

0824
6¥%ca
8¥%TA
L%2H

(4441

0%cI

9gTd

£eTN
TETL
TETR

0zza
6124

L1271
9TcH

€1y
(4140
120
0t1cd
60Ty

L0TH

1

€023
2021

GS€D

6%EX

LYER

LgEd

vEEQ

TEET

8TER

zceda

(4149

68TA
88¢a

9821

28tN

9Cvd

449745

(4474

ST1%a

L4529

(15725

LOYA

Q01
70%1

86€d

96€EN
S6ES
b6eI

T6EL
06€S
68€Y

1

L8EL
98EA

$8€a
£8ed
Z8EN

8.Lg1
LLES

GLER
bLEN

TLES
0LED

89€L
L9EA

P9EL
£9€0
29¢€1

e Molecule 1

09€L
63EM

L5€4d

96%D

E£674

T6%A
0671

L8%L
98%Y4

v8hY

z8%a
18%1

Y.YD

TLYI
TLYS

69%4

1971

LG%A

Sava

£G%A
(4528
TSPL
6771

9%bd

157429

TEVN

62%1

0S8

T0SA

66%S
86%A

ADENOVIRUS 2,12 PENTON BASE CHIMERA

15%

12%

33%

37%

Chain J

607D

90TV

01D
€07d
201s
TOTA

66N

961
G6A
6L

26T
T6d
06N

88H

98N

T8TI

6LTH
8LIL

9L1S

YLIN
€L1D

TL1d

69TL

L9712
99TA

0972
69TA

YaTL
€471

TSTY
0§18

445,
€914

TPIN

6ETd

SETN
YETA

CETd

0ETN

8CTH

092H

9GTS

CSTH

08cd

L%TH

(47448

0%2I

9€Td

veeH
€ETN
CTETL

LTt

Ll

L1271

€1cH
21Tl
T1ca
0124
60T
80TA
L0TH

v0cs

861h

+

v61A

T6TH

88711

981N
G8TN

veea

0€€T

LTES

4435

2ceda

91€1

S62TS

T6CY

68CA

T8N

9.lea
S.LTk
vlTl
€L21

89z

9Ty

29%H

1198

+

LO%A

Ll

86€d

96€EN
S6€ES

T6ES

88€4d
L8EL

g98ed
78ed
€8¢el
TBEW

08ed
6L€d
8LET
LLES

vLEA

TLES
0LED

89EL

+

T9ET
19€1
09€L

I

§S8€D

18€Q

9EEL
GEES

O

R LDWIDE
PROTEIN DATA BANK

W



2065

wwPDB X-ray Structure Validation Summary Report

Page 12

68%d

98%Y
S8y

08%I

LL%Y
9.%b

254

TLYI

69%4

S9%L

E£9VH

LSTA

€G%A
TSPL

TPPI

9EVd

YEN

(45778

0E%L

8T%S

9Thd

747

e TTvd

6T%R

ETHR

%09S

CO0SA
1094

66%S
86%A
L6%1

ADENOVIRUS 2,12 PENTON BASE CHIMERA

e Molecule 1

15%

15%

33%

33%

Chain K

0TTL
601D
80TL

90TV

v01D

961

6L

685

i

15D

8974

9974

€971
(42155

0973
63TA

2418
1814
0818

(47428

8ETH
LETA
9€TH

YETA

L118
9TTH

{4748

0%2I

9gcd
eecn
[4%AN
1€2X
§STTT
(444N

L1281

€12

L6TY

T6TR

78¢d

(4148

SLTR

cLcH
TLTd

6€€l
8EEL

veea

9T€I
STEA

LO%A

[doA)

86€d
L6€4

Y6€1
£6€0

T6EL

88€4d
L8EL
98EA
S8€d

£8€b
CTB8EW

6.€d

LLES

YLEN

TLES
0LED

89€L

99€d

voeL
£9€0

T9€T

8GES
LGEY

feletoh]
veeL

TSEQ

67EX
8veEN
LYER

SveT

9L7%0

YL9D

TLYI
TL%S

SO%L

E£9%H

09%1

LGHA

€97
[4i28

6%%L

haakt

(4441
13429

9€%d

YEVN

CTEVA

621

9zhd
feta 1}
z4z!

0Z%S

L
i

ST

ETPR
TTvd
1198

80%H

ADENOVIRUS 2,12 PENTON BASE CHIMERA

66%S
86%A
L6¥I

£8%V

e Molecule 1

T8Y.L

LL%Y

15%

13%

34%

34%

TI1I
0TTL

90TV
S0Td
01D
€01d

TOTA

86N
160

S6A

€61
T6'T

685
88H

98N

¥8L
€8N
281

6LA
8.a

9.8

LN

TLA

0LK

S9a

€91
29d

09T

oGy
SGI

[4:t s
16D

S8TN

€811
z81da
18TI

8LTL

€LTD

T.1d

8974

99TA

E9TR

1971
0913
6GTA
8GTh

€411
T81s
18TY

SHTV

6ETd

HETA

CETd

OETN

i

8TTH

9ZTI
STTL

(4419

0ZT1H

L11S

LSGTN
98TS

CGTH

0624
6%cd

L%TH

T%T1
1%CI

9gTd

TeTL

82¢d

O

R LDWIDE
PROTEIN DATA BANK

9Teh

{444

ozea
6124

L1271

CITL

602H
80TA
L0TH

861h

1

T6TH

T6TR
T6TH

88TI

W



2065

wwPDB X-ray Structure Validation Summary Report

Page 13

TLTd

0L2H

89zh
1924

s9zh
%924

(414

092H

9T€I

*

1

88¢ed

TOET

69EM

THES

0%EX

L

TLYS
0L¥N

LSPA

€8%A

3

8EVH

9EYd

YETN

CETA

0EYL

(1529

Ll

T0%D

66€A
86¢€d

G09S
€091
208A
T0GYH

66%S

L6PI

£6%)

T6%A

68%d

L8%L

28%a
T8%L

1

LLYY

254

e Molecule 1

TLYI

ADENOVIRUS 2,12 PENTON BASE CHIMERA

. 15%

12%

33%

38%

Chain M

8TTH
LT1S
9TTHd
STTa

€111

OTTL

90TV

%01D
€0Td

T0TX

66N
86N

961

6L

*

88H

98N
g8b

€8N
281

6LA

LLL
9LS

i
3

TLA

0LK

894

99L
S9a
94
€91
29d

99Y

[4:t !
15D

T6TR
T6TH

68TA

98TN
S8TN

€871
281da
1811

8LTL

ELTD
TL1d
8974
L9138
99TA

0913
6SGTA

981da
SGTH
Y911

Tg1s
TSTH
0STS

SYIV

THIN

6ETd

LETA

I

CE€Td

0ETN

9CTI

{4414

Ll

0Z1H

69CH
89zh

s9zh

(4514

092H

86T1

[4:14:5

08ca
6%ca

(444}

9€Td

jigacy

CETL

elaa
TTTA
12ed
ozea

L1211

24s
CTTL

80TA
L0zH

£0cH

61N

9621
S6CS

T6TR

18271

¥8¢d
£8CI
4214\

9.Lza
SLTX

TLTd

6€€0

L

veea

I

TEES
TeeT
0geT
6TEN
8TER
LTES
9oTeY

i

[443¢s

0ZEL

LO%A

(44

00%A

86€d

S6ES

£6eb
TBES

06€S

i

88€4d
L8EL
98EA

£8€b

08€d

8LE7T
LLES

cLed
TLES
0LgD

LOEA

S9€d

£9€0

T9€1
09€L

LGEY

feleoh]

LYER

SPeT

£veEN
Thes

T67A

68%d

98%Y

1

28%a
T8%L
08%1

LL%Y

254

TLYI

TOvL

8EYH

YETN

CETA

0E%L
6C%'1

9Thd

4494

{4474

(15729

ADENOVIRUS 2,12 PENTON BASE CHIMERA

9094

%08S
€091

66%S

e Molecule 1

L6¥PI

%

15%

11%

34%

36%

Chain N

R LDWIDE

O

PROTEIN DATA BANK

W



2065

wwPDB X-ray Structure Validation Summary Report

Page 14

ST1a

€111

0TTL

80TL
LOTS
90TV
S073

€07d

TOTA

66N
86N
L60
961

6L

T64

88H

429

281
188

6LA
8.a

9LS

PLN

€91
29d

091
6GH

LSk
954

€SN

TSD

T8TI

6LTH

9L1S

€L1D
cL1a

911

0973

8STh

9G1a

YaTL
€411
2418
T91YH
0S1Ss

SYIV

€vT4

3

8ETH

SETN

CETd

0EIN

8CTH

9TT1I

0T1d

€LTI

TLCd

bocH

€92

09¢H
6521

LGTN

49621

0§cd

A4S

2ETL
TETR
0ETA

(4448

ogea
6124

L1271
91cH

€1cH
(4140
T1ea
0t1cd

80TA
L0TH

® ¢6cd

€8CI
28t

8.T1

3

ThES
e

3

LEEL

SEES

1

TEEI

8TER

ceea

H

STEA

80%H
LO%A

S0%1
70%'1

[4vi4 )
T0%D

66EA
86€d

S6€S

TBES

$8€a
€80
T8EN
T8EN

TLES
0LED

89€L

+

€9€0
29€1

b
L

09€L
6GEM

3

4qged
YaeEL

Ll
i

LYER

SveT

eben

187L
08%I

LLvY
9.L%0

YL9D

LI
TL%S

09%1

€97

o

6%%L
8¥¥vd

iasat
544
(4441
13429

LE%d

SEPY

CTEVA
TEYH

LTHL
9Thd

(44751
1250

515729

ETPR
CTThd

1

e Molecule 1

0THY
60%S

S0SS

€091
T0SA
T0SY

66%S

S6%1

£6%)

68%d

98%Y

28%a

ADENOVIRUS 2,12 PENTON BASE CHIMERA

. 15%

12%

33%

37%

%
L

Chain O

9114

711a

OTTL

164

685
88H

¥8L

281

© o Il
~ N~
a =

©
~
©m

<
~
=

TLA

0LK

894
L9L
99L
S9a

€91
29d

9GY

3

16D

88TI

S8TN

€8T

18TI

6LTH

i

9LTS

TLIN
€L1D
cLTd

*
i

8974

99TA

L}

8GTh

981d

YaTL

Ta1s
189TY
0ST1S
ovTH
AT
TPIN
0%TL
6ETA
LETA
9ETd

CETd

&9zl
%924

092H

LGZN

08zd

8%CA

9%Cd

€921
{474
9CI
0721

TeTL
1€TK

144

€eelL
{444

ogea
61C4

L1271

01cd

80cA
L02H

1

8610

S6TA
Y6TH

CT6TR
T6TH

9621

T6TR

68CTA

3
i

eeeN
TEES

LTES

91€I
STEA

(005724

80%H
LO%A

S0%1

86€d

96EN
S6€ES

£6€h

88€4d
L8EL
98EA

TBEN
T8EN

8LE1
LLES

TLES
0LED

09€L

LGEY

fefepoh]

LYER

SveT
1747299
£vEM
ThES

Legd

O

R LDWIDE
PROTEIN DATA BANK

W



2065

wwPDB X-ray Structure Validation Summary Report

Page 15

78%Y

28%a

6.%L

LY
9.%b

254

TLYI
TLYS

L9%d

S9%L

+

el

TSPL

6%%L

i

1544

I
0%%0

8EVH

SEYYH
YEN

CETA
TEVH
0E%L
621

o Sctwh

1

1270

STHa

9054

039S
€091
CTOSA

66%S
86%A
L6%I

€67

88%0
L8%L
98%Y

D E

O

R L DWI
PROTEIN DATA BANK

W



Page 16 wwPDB X-ray Structure Validation Summary Report 2C6S
4 Data and refinement statistics (i)
Property Value Source
Space group 1222 Depositor
Cell constants 266.50A  292.90A 307.30A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 15.00 — 3.60 Depositor
Resolution (4) 1500 — 3.60 EDS
% Data completeness 100.0 (15.00-3.60) Depositor
(in resolution range) 89.3 (15.00-3.60) EDS
Rinerge 0.13 Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.36 (at 3.57A) Xtriage
Refinement program REFMAC 5.2.0005 Depositor
R R 0.275 , 0.340 Depositor
» Phfree 0.277 , 0.333 DCC
Rfree test set 3041 reflections (2.50%) wwPDB-VP
Wilson B-factor (A?) 131.0 Xtriage
Anisotropy 0.324 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.23 , 68.6 EDS
L-test for twinning” <|L| > =049, < L? > =10.32 Xtriage
Estimated twinning fraction 0.000 for -h,-1,-k Xtriage
F,.F. correlation 0.92 EDS
Total number of atoms 53010 wwPDB-VP
Average B, all atoms (A?) 136.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.50% 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 | 1\ o7 #|Z| >5 RMSZ #|Z| >5
1 A 1.08 6/3617 (0.2%) 1.06 13/4926 (0.3%)
1 B 1.23 23/3617 (0.6%) 1.17 16/4926 (0.3%)
1 C 1.17 16/3617 (0.4%) 1.11 21/4926 (0.4%)
1 D 1.06 13/3617 (0.4%) 1.11 21/4926 (0.4%)
1 E 1.08 9/3617 (0.2%) 1.09 13/4926 (0.3%)
1 F 1.20 20/3617 (0.6%) 1.13 20/4926 (0.4%)
1 G 1.16 21/3617 (0.6%) 1.11 19/4926 (0.4%)
1 H 1.05 13/3617 (0.4%) 1.09 18/4926 (0.4%)
1 I 0.96 5/3617 (0.1%) 1.07 12/4926 (0.2%)
1 J 1.03 9/3617 (0.2%) 1.06 13/4926 (0.3%)
1 K 1.12 20/3617 (0.6%) 1.11 20/4926 (0.4%)
1 L 1.07 17/3617 (0.5%) 1.09 20/4926 (0.4%)
1 M 1.25 24/3617 (0.7%) 1.12 17/4926 (0.3%)
1 N 1.11 19/3617 (0.5%) 1.11 16,/4926 (0.3%)
1 ) 1.31 26/3617 (0.7%) 1.17 22/4926 (0.4%)
All All 1.13 | 241/54255 (0.4%) | 1.11 | 261/73890 (0.4%)

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 0 109
1 B 0 105
1 C 0 111
1 D 0 107
1 E 0 103
1 F 0 108
1 G 0 113
1 H 0 114
1 I 0 115
1 J 0 112

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 K 0 119
1 L 0 115
1 M 0 105
1 N 0 116
1 O 0 115
All All 0 1667

The worst 5 of 241 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 O 372 | GLU | CD-OE1 | 28.94 1.57 1.25
1 A 372 | GLU | CD-OE2 | 27.62 1.56 1.25
1 C 157 | LYS CE-NZ | 23.22 2.07 1.49
1 C 157 | LYS CD-CE | 19.96 2.01 1.51
1 F 194 | LYS CE-NZ | 19.88 1.98 1.49

The worst 5 of 261 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(®)
1 B 424 | ARG | NE-CZ-NH2 | -26.19 107.20 120.30
1 F 197 | ARG | NE-CZ-NH2 | -17.45 111.58 120.30
1 N 326 | ARG | NE-CZ-NH2 | -17.36 111.62 120.30
1 O 326 | ARG | NE-CZ-NH2 | -14.54 113.03 120.30
1 O 216 | ARG | NE-CZ-NH2 | -12.96 113.82 120.30

There are no chirality outliers.

5 of 1667 planarity outliers are listed below:

Mol | Chain | Res | Type Group
1 A 52 | ARG Mainchain
1 A 56 | ARG | Sidechain,Mainchain
1 A 57 | TYR Sidechain
1 A 58 SER Mainchain
1 A 62 PRO Mainchain

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.

WO RLDWIDE
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 3534 0 3463 82 0
1 B 3534 0 3463 107 0
1 C 3534 0 3463 95 0
1 D 3534 0 3463 80 0
1 E 3534 0 3463 100 0
1 F 3534 0 3463 91 0
1 G 3534 0 3463 89 0
1 H 3534 0 3463 82 0
1 | 3534 0 3463 92 0
1 J 3534 0 3463 107 0
1 K 3534 0 3463 107 0
1 L 3534 0 3463 100 0
1 M 3534 0 3463 90 0
1 N 3534 0 3463 94 0
1 O 3534 0 3463 91 0
All All 53010 0 51945 1296 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 1296 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:J:124:LYS:CG 1:J:124:LYS:CD 1.78 1.62
1:K:422:LEU:CG | 1:K:422:LEU:CD2 1.76 1.62
1:E:157:LYS:CD 1:E:157:LYS:CE 1.81 1.59
1:0:162:LYS:CE | 1:0:162:LYS:CD 1.77 1.59
1:C:157:LYS:CG | 1:C:157:LYS:CD 1.83 1.57

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.
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 440/523 (84%) 357 (81%) | 65 (15%) | 18 (4%) 26
1 B 440/523 (84%) 360 (82%) | 62 (14%) | 18 (4%) 26
1 C 440/523 (84%) 357 (81%) | 65 (15%) | 18 (4%) 26
1 D 440/523 (84%) 360 (82%) | 62 (14%) | 18 (4%) 26
1 E 440/523 (84%) 358 (81%) | 63 (14%) | 19 (4%) 24
1 F 440/523 (84%) 359 (82%) | 62 (14%) | 19 (4%) 24
1 G 440/523 (84%) 359 (82%) | 63 (14%) | 18 (4%) 26
1 H 440/523 (84%) 359 (82%) | 63 (14%) | 18 (4%) 26
1 I 440/523 (84%) 360 (82%) | 62 (14%) | 18 (4%) 26
1 J 440/523 (84%) 358 (81%) | 64 (14%) | 18 (4%) 26
1 K 440/523 (84%) 356 (81%) | 65 (15%) | 19 (4%) 24
1 L 440/523 (84%) 359 (82%) | 63 (14%) | 18 (4%) 26
1 M 440/523 (84%) 358 (81%) | 64 (14%) | 18 (4%) 26
1 N 440/523 (84%) 361 (82%) | 61 (14%) | 18 (4%) 26
1 O 440/523 (84%) 361 (82%) | 61 (14%) | 18 (4%) 26

All All 6600/7845 (84%) | 5382 (82%) | 945 (14%) | 273 (4%) 26

5 of 273 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 66 THR
1 A 172 GLU
1 A 237 HIS
1 A 286 LEU
1 A 323 SER

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 400/451 (89%) | 310 (78%) | 90 (22%) ‘

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers
1 B 400/451 (89%) 320 (80%) 80 (20%)
1 400/451 (89%) 317 (79%) 83 (21%)
1 D 400/451 (89%) 317 (79%) 83 (21%)
1 E 400/451 (89%) 314 (78%) 86 (22%)
1 F 400/451 (89%) 322 (80%) 78 (20%)
1 G 400/451 (89%) 315 (79%) 85 (21%)
1 H 400/451 (89%) 306 (76%) 94 (24%)
1 I 400/451 (89%) 321 (80%) 79 (20%)
1 J 400/451 (89%) 311 (78%) 89 (22%)
1 K 400/451 (89%) 303 (76%) 97 (24%)
1 L 400/451 (89%) 297 (74%) | 103 (26%)
1 M 400/451 (89%) 312 (78%) 88 (22%)
1 N 400/451 (89%) 310 (78%) 90 (22%)
1 O 400/451 (89%) 319 (80%) 81 (20%)

All All 6000/6765 (89%) | 4694 (78%) | 1306 (22%)

5 of 1306 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 H 74 ASN
1 I 407 VAL
1 N 430 THR
1 H 155 LYS
1 H 450 ILE

Percentiles

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 135 such
sidechains are listed below:

Mol | Chain | Res | Type
1 G 463 HIS
1 1 198 GLN
1 N 439 ASN
1 H 86 ASN
1 H 237 HIS
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5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#polymer_linkage
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9’ lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 A 444/523 (84%) -0.50 96, 131, 195, 200 0
1 B 444 /523 (84%) -0.44 96, 131, 195, 200 0
1 C 444/523 (84%) -0.44 95, 131, 196, 200 | 0
1 D 444/523 (84%) -0.43 96, 131, 195, 200 0
1 B 444 /523 (84%) -0.49 96, 131, 195, 200 0
1 F 444/523 (84%) -0.45 94, 131, 196, 200 0
1 G 444 /523 (84%) -0.48 94, 132, 195, 200 0
1 H 444/523 (84%) -0.42 95, 131, 195, 200 | 0
1 I 444/523 (84%) -0.48 96, 131, 195, 200 0
1 ] 444/523 (84%) -0.44 95, 131, 196, 200 | 0
1 K 444/523 (84%) -0.46 96, 131, 196, 200 0
1 L 444 /523 (84%) -0.46 95, 131, 196, 200 0
1 M 444/523 (84%) -0.45 95, 132, 196, 200 0
1 N 444 /523 (84%) -0.46 95, 131, 196, 200 0
1 O 444 /523 (84%) -0.45 94, 131, 195, 200 0

All All 6660/7845 (84%) -0.46 94, 131, 196, 200 0

The worst 5 of 37 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 H 429 | LEU 4.1
1 O 425 | GLN 3.5
1 D 425 | GLN 3.5
1 C 426 | PHE 3.4
1 L 294 | ALA 3.3



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains
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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 carbohydrates in this entry.

6.4 Ligands (i)

There are no ligands in this entry.

6.5 Other polymers (i)

There are no such residues in this entry.


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