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1 Overall quality at a glance (i)

The reported resolution of this entry is 3.50 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

Clashscore 0 . 19
Ramachandran outliers I TN 1.8%
Sidechain outliers I | o 6.3%
RSRZ outliers I 0.2%

Worse

0 Percentile relative to all X-ray structures

Better

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 79885 1039 (3.66-3.34)
Ramachandran outliers 78287 1000 (3.66-3.34)
Sidechain outliers 78261 1000 (3.66-3.34)
RSRZ outliers 66119 1243 (3.70-3.30)

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.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 58130 atoms, of which 0
are hydrogen and 0 are deuterium.

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 Core protein P3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 967 32%1 48C85 1513\59 11?27 382 y y 0
1 B 1019 ggt;;)l 51(238 1;)\;0 15?2 383 0 0 0
e Molecule 2 is a protein called Outer capsid protein PS.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 P 414 ggt;;l 20%0 514\112 688 1S7 0 0 0
2 ¢ 415 ggt;jll 20%5 514\113 6(89 1S7 0 0 0
2 b AT g; Elé;l 20C7 3 514\55 6(1)2 1S7 0 0 0
2 Q 421 g‘;;il 2(%0 5129 6(1)8 1S7 0 0 0
2 B 421 g;;il 2(%0 5129 6(1)8 1S7 0 0 0
2 K 415 T;;gil 2(%5 5123 6(0)9 1S7 0 0 0
2 R 421 ’ggt;ll 2(%0 514\59 6(1)8 1S7 0 0 0
2| G W0 m s s 17 0 0 0
2 H 421 rggt;ll 2(?90 514\119 6(1)8 187 0 0 0
2 5 421 gg;zl 2(%0 514\119 6?8 187 0 0 0
2 ! 49 ggtg 2(%5 5127 6?6 1S7 0 0 0
2 J 413 2(2);1 2557 511\51 6(86 1S7 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 T 421 3274 2090 549 618 17 0 0 0

There are 13 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
P 178 ALA - SEE REMARK 999 | UNP P17379
C 178 ALA - SEE REMARK 999 | UNP P17379
D 178 ALA - SEE REMARK 999 | UNP P17379
Q 178 ALA - SEE REMARK 999 | UNP P17379
E 178 ALA - SEE REMARK 999 | UNP P17379
F 178 ALA - SEE REMARK 999 | UNP P17379
R 178 ALA - SEE REMARK 999 | UNP P17379
G 178 ALA - SEE REMARK 999 | UNP P17379
H 178 ALA - SEE REMARK 999 | UNP P17379
S 178 ALA - SEE REMARK 999 | UNP P17379
I 178 ALA - SEE REMARK 999 | UNP P17379
J 178 ALA - SEE REMARK 999 | UNP P17379
T 178 ALA - SEE REMARK 999 | UNP P17379
e Molecule 3 is a protein called Structural protein P7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
3 K 12 99 60 16 23 0 0 0
grbB
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These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic

shows the sequence view annotated by issues in geometry and electron density. Residues are color-

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,

coded according to the number of geometric quality criteria for which they contain at least one
are shown in grey.

3 Residue-property plots (i)
e Molecule 1: Core protein P3
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e Molecule 1: Core protein P3

Chain B:


http://wwpdb.org/ValidationPDFNotes.html#h.fmehr2ap71lr

wwPDB X-ray Structure Validation Summary Report 1UF2

Page 6

S0Td

00tTa

790

85I

1

(453

(0 %]

6d

€S
ca

(4
1670

1874
98IN

€810

T8IN
08TA
B6LTA
8.1

9.L1d
SL14

€LTT

6911
89TV
L97Q

€97Q
291D

215
€STA
2¢STd
TSTT

671D
8YTA

LETN

SETY
YETO

0E€TT

LTTX

SCTA
ve1d

[4axs
TCTH

911d
ST1E

OTTH
60T
80TI

YIEH
€1€T

T1€l

80€T

90€Y

voev
86271
162d
9628
€6CA
06CA
£€8¢d

[astacs
18¢d

6EVA

LEVA

€EVA

62VL

134720

LIVA

452

6071
8074

9074
S0PV
7oVl

00%d

86€1

v6€d

6LET

LLET

vLEI

TLEX

69€1

V9EN

T9ed
TOEV

[4s0]

67EN

L7€Yd

SveT

9€eeEN

0EEN

9zea

0§SI
2750
€¥SL
[4a74hn
TPSI

8€Sd
LESS

1

2ESY
T€S9T

02Sd

8191
LISH

¥18d

3
Ll

80Sd
LOSY

1054

9678

6871

87y

LLvd

LYvM

EVPY

0vvd

7591

(4108

059d

8%9I

€E9H

0E9M

129d

6190

9T9A

809N

S09I
Yooy
€094

1091

6631

LBSN

68SS
8851

S8S1

9.5V
S.8d

CTLSL

0484

S9SH

298I
19971

8GS%
LSSH

+

GGST

€659

T8LA

YLLI

TLLI
TLLI

3

69.L1
89.71

S9LK

SGLH
¥9L1

8v.d
LyLT
ov.LY
€V.LA
€€Ld
TELN
T€L8

0CLA

8T.Y
LTLA

€290

T.91

6991

1,993
999D

LG94

G971

TZ6A
8161
£68d
268d

0881

8.84

0 o o 0 «Q
~ = < H =

£G8A

1684

9%8S
S8y
7781

T8N

08I
L€8T
9€8S
S€8d
T€8L
Lcsd
jz4chil
S184
OT8H
S08A
2084
T08A
008S
L8LA
¥8LS

8.4

6T0TT

¢T0Td

600TY

Outer capsid prote

6764
8%64

SY61

€764

664

L

Pe6N
€E6L

e Molecule 2

0€61

in P&

€0TA

664

S6A

€6d

LSd

evd

6€1

€eL
TeL

L

8c4d
pxan
9za
43

1

TZA

[44 %)

0ZIN

L1149

STTL

L

TT1d
0TTA

L0TH

%011

6824
L8TL

S8cTV
w8z

1824

LLTN
TLT4
S9CL
9zh
£€9CA
7921
9621
SG2d
¥sca
PAZA
iz
svey
¥l
6ETA
SeTI
T€Td
0€TS
622N
secTh
T2clL
8121

154
1454

0TZA

80zh
LOTA

[dvas

66TN

€671

L6e€yd

76€T

CTBEN

8.eY
LLEL

g.ed

S9EV

£9¢€d

TOEW

9G€T

8ced

6621
8621
L6td

€621
(43144

TCHN

215729

917y

(454

0T¥%1

SO¥M

TO%A

in P8

: Outer capsid protei

e Molecule 2
Chain C

T6L
184
€84
281
T8N
084
69A
998

z90

09d

8%y
18d
95d

8%A

91

{4704

9ed

€eL
ceL

8c4d
pxan
9za
(43

—
o
=

0ozZA

118
911
STV
A%

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1UF2

Page 7

98TA

€8Td
z871h

€LTT

69T
89Td

€611

T6TH
0674

TO%A

86€N
L6€Y

76€T1

L8ET

3

8.LEY
Sled
vLeS
€LEL

L9ed

3

€9¢ed
29ed

6SEN

0S€Q
6VEN

9%€S

vver

0%€d
6EED

€ced
{443

0zer
€1eI

0T€T
60€L

6621
86CL
1624

TCYN

6174
8174
LIVA

(4544
90%A

SOPM
70¥1

Outer capsid protein P8

e Molecule 2
Chain D

971
i)
vl

{471
TPN
0%s

LEN
9ed
Sed

€el
cel
1€T

pXan

S¢D

T2A

LTS
911

¥1a

[
b
1

o’)erm-cn-
=g =

874
7814
€8Td
2810

€LTT
69T
89Td
L9T1
99TN

€910

19TV
09TA

€STd

TSTI

671

LYTX
9%Td
SYTI

145
O%TH
6ETL

9T

86d

912D

7.2D

LTS

69271

§92L

9521

§92d

251418

082l

iza s
Eiza g

L6714
7614
€611
C¢6TI
68TY

98TA

€9ed

09€X

2seT

B6VEN

9%€S

vver
£vex

9€eT

ceed

62T

TTEN

60€L
80€X

SOED

TOEV

6621
86CL

9624

{43144

062D
6824

1824

LLTN

6174
215728

(4544

90%A
SOPM

TOvA

Leeyd

18€1

6.Led
8.LeY

9.LeM
Sled

Outer capsid protein P8

e Molecule 2
Chain Q

41y}
191

8594
0Ss

6¥%s
8%A

i
i)
Yol

TN
o%s

Sea

€eL

TeT
0€D

8c4d
LTl

(43

8T1d

~
—
©n

v1d

211

mﬂ'\n-m-
m o= =

] T

66TN

L1674

€671
T6TI

8874

18TV
98TA

L.1d

SLTL

O0LTW

897d

(4308

LETN
9eTh

€ETA
CETT

¥e11

TCIN
0TIN

L1748
STTL
TT1d

0TTA

£0€Y

00€7T
6621
8621

€621
[4:144

6824
88ZH
1821

28C1

9.2

TLes
TLcd
0.42Zs
6921

17921
092N

9621
S62d
¥sea
€821

Lyea

Svey
¥veL
evey
vel

6ETA

LETY

SE€TI

€E€TH
ceed
Tecd
TZelL
LTCA

12548
0TCA

LOTX

3

[dvan

LGET

P9EN
€GEL
2GET

0sea

¥PeL
£ved

+

LEEY
9€€T

ceed

62€T
8¢€d

9CES

TTwN
(4745

8TVA

LOVI

SO7M
70%1

00%I
66€T
86EN1
L6€Y
96€1

v6eT

in P&

Outer capsid protei

e Molecule 2

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



wwPDB X-ray Structure Validation Summary Report 1UF2

Page 8

Chain E

1
TOTL
00TI

860

S6A

[se]
[}
a,

T6L

68S
€8y
281
81
084
69A
ToW
191

894

98a

€94

675

7N

LEN

Sea

€eL

8c4d
LTl

143

N 0 S
- T2} N~ o Rl
= = = A H = e

|
9.1d
SLTL

€LTT
TLII

69T
89Td
1971
99TN

€970
291D

3

L8T4
9811
SSTY

[ashxc
TSTI
0S87d
6v1a

9%1d
SPTI
v71a

(445

07T

8ETY

9€Th

CETT

TLTS
TL2d

8924

992a
S92L

2¢9td

§G¢d

¥SCA

0SeL

L¥Ta

{4449

oveL
6ETA

9€CI
SeCI

ceTd
Tecd

8CCL

2eed

8121

91¢s

LOTX

[4uan
ToCY

86TS
L6714
9611

T6TI
16T
0614

18TV
98TA
G874

€81d
z81h

8ced

geed
{444

0ZeI

viel

+

90¥%A
SO¥M

00%I

86€N

Outer capsid prote

96€1
S6EN
v6€1

+

98€T

PREES S
BRREES

P8

111

e Molecule 2
Chain F

L0T4
907d
SOTH
0TI

00TI

69A
191
894

18d
95d

7SA

91

vl

(4720
7N

€D

CEL

8¢d

1)

1

TCA

L18

(431

3

T

861S

€671

98TA
S8T4
814

SLTL

69TH
891d
L9TI
991N
991D
Y9TL
€970

19TV

8GTH
LGT4
9GT1

CTIH
TT1d
0TTA

88¢H
PASIAN

0821

8.C1
LLTN
9.2D

TLcd

L6€Yd
96€1

£6€d

T9EW

LSET

SGES
FSEN

CGeT

3

9€ET

L

g1ed

0TeT
60EL

£0€Y

6621
86C1

€621

6824

TCHN

21572

Outer capsid prote

9THY

(4544

90%A
SO¥M

e Molecule 2

Chain R

= @ -
= =

€0VH

00%I

in P&

(49!
TCIN
0ZIN
¥i1a

TT1d
OTTA

L0TH
90Td
SOTH
€0TA

00TI

8c4d

441

cey
T2A

LTS

211

01s

8121

STV
1254

0TZA

PAVAS

2021

€611

L1971

€9TH

19TV
09TA

89Ty
LSGT4

¥S10

TSTI

6714

9%1d
SYTI

eVTT

€621
[4144

6824

882D

LLeN

TL2d

892Y

S921L

I

§62d
¥5ca

i

Eiz4 )
Svev
vl
6€TA
SeTI

cecd
T€2d

622N

SezTA

i

0Zvd
6174
1215728

907A
SO7M
Y0%1

TOvA
00¥I

96€1

v6eT
€6€a

L8€T

6.L€4
8.LeY

Sled

€LEL

19¢ed

I

€9¢ed

€5€L

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1UF2

Page 9

Outer capsid protein P8

e Molecule 2
Chain G

€0TA

oY1

(470
PN

LEN

1€T

8cd

143

1

T2A

LTS
911

¥1a
€11

1454
T12A

0TZA
60T4

1674

€6TT
C6TI

88T1H

L

98TA

LL1d
9.1d

89Td
1971

3

09TA
6STS

9STT

9%1d
SHTI

eYTT

15745
O%TH

LETN
9ETh
SETY

€ETX
CETT
TETH

iZ74%¢
TCIN

81T
L1714

CTTH
T11d
0TTA
6010

80€A
L0EX

€0€Y

€621
(414 4

68¢4
882D
1821
982Y

¥8CA

6.LTN

LLTN
9.TH
S.LTH

€LTT1
[k
TL2d

8924

29ed
1921

et AN
§S¢d
1o

L¥Ta
Eiza4

¥vel

B6ETA

9€CI
GeTI

ceed
Teed
0€TS

©N~ 0O O
oo
mmmononon
HAaBH®nHA

pras
9TTX
{4a18
8121

114 4

00¥I

L6€Y
96€1

76€T

vver

LEEY
vees
TEEL
pras(es
9zes

GZeEN
yZea

zeea

0T€T
60€L

TCHN
0Zvd

215728

9174

(5748

90%A

70¥'1
€0VH

Outer capsid protein P8

e Molecule 2

Chain H

€A

¥C11

[44 %]
TCIN

STTL
vi1a

T11d
OTTA

L01d
90Td
S0TY
6L
98M

281

084

69A

09d
6SA

€94

6%S

+

PN

1€T

6CS
8cd

143

3]
—
=

9€cI
SecI
el
€ETH
0€Ts
62CN
82Tl
S¢TA
8121

grey
4540

TTCA
0TCA

L0TX
€02d
Tozgv
1674

€6TT

¥v1a
evTT

OV
LETN
9T
SETH

€ETA
CETT

GTEA
vcea
€ced
ezea
Tecea

8T€lL
L1ed
9TEL

viel
€1€I

60€L
S0€b
TOEN

6621
86CL

€621
(414 4

6824

1821

6.L2N

92D

j2k4)

cLes
TL2d

S9TL

652N

9521

§52d
752

g§cd

08elL

174 4
4428

e Molecule 2
Chain S

(4448

o¥eL
B6ETA

T7ed

6EED
LEEY
TEEL
0€EL

Outer capsid protein P8

OTTA

80TT

SOTH

€02d

T0TV

66TN

1674

€6TT
C6TI

98TA
G814

z8Th
8LTV
SLTL
€LTT
OLTH
69T
89Td
1971
€910

291D
19TV

89Ty
PRI
9STT
€5Td
[4<pxce
TSTI
A4S
9%1d
SPTI
EVTT

LETN
9T

2eTT
€A

e
TCIN
vi1a

T11d

8601

€621
{414 4

782N

2821

6.L2N

9.2

TLed

8924

992a
S9TL

1921

9521l

€521

0821l

i

44

4428

(4448

oveL

9€TI
SeTI

ceTd
Te€Td

622N

geeA

8121

STCV
1454

T1CA

802h
L0TX

86€N

L6€Y

T6EN

98€1

28EY

08€S

8.LeY

Sled

€eed
zea

STEd

€1er
60€L

S0ed

6621

TCHN
(472:

215728

(454

(57488

SOPM

€0VH

00%I

RLDWIDE

0
PROTEIN DATA BANK

W

] g ] =



wwPDB X-ray Structure Validation Summary Report 1UF2

Page 10

Outer capsid protein P8

e Molecule 2

Chain

Ll

7071

TOTL

Iw N1
~ I ©
2] -

CLI

691

TN

z9d

85y

96d

HSA

0SS

)
Sy
©n

LYS

©
<
—

4"

TPN
0%s

€EL

T€T

143

1

T2A

LTS

¥1d

M

£€0ed

Tozgv

1674

7614
€611

+

98TA

€81d

+

891d
L9T1
99TN
S9TD
7911l
€9T0
291D
191V

85TY

€STd

TSTI
0STd
671d
8¥1s
LYTA

SPTI
via

OV

9ETh
SETY

CETT
TETH

ver1

0TTN

81T
L1748

711

CTTH
TT1d
0TTA

1821

£€8TH
28T1

0821

LLTN
9.2D

LTS

6921

S92L

29td
1921

B8 18
ARSI
= A

¢sed
TSl
0S2L

Lyea
7418

YveL

o¥eL
6ETA

YETL

W N O =N
my N mmm
NN NN
H=2n

{4418

612S

L1TA

c¢red
TTCA

6024

L0TX

vocy

3

9€eT

ceed
TEEL

62€T
82€d

9CES

4434

ccea

215728

(454

(5748

LOPI
90%A
SOPM

1

Outer capsid protein P8

00%I

96€1

T6EN

98€T

€8V
{4t
78€d

e Molecule 2

Chain J

6.Led
8.LeY

8.0
L4

N
~ o~
o

69A

22

z9b
19T
09d

8GY

95d

{471
TYN

6€1

€el

1€T

6CS
8cd
Ll
9za
S¢D

L

12A

814

911

v1a
€11
2Tl

<« m-ao-
o= =]

) TH

191V
09TA

LSTd

1

€STd

15745
O%TH
6ETI

9ETh

€ETX
CETT

SOTH
¥OTI

00TI
664
86d
L6d

S6A

€6d
{48

281

0STL

evel

GETI

€E€TH

8,84
y98ed
|
T9EN
094
63N
8geL
18€T
9g€T
ages
| een
£SEL
9%€S
| gvea
YPET
|
19€b
|
L84
|
azen
| weea
gged 8T7A
zeea LTYA
T2ea oty
| ST%9
9TEL [ |
[ | 1191
01€1 [ |
60€L 80¥L
1 L0%1
£08Y 90%A
1 S0TM
6621 07T
1 £OH
€621 20vd
1 T0%A
2821 00%T
1828 [ |
| 1684
112N 961
| G
2.2S ¥6€T
1.24 [ |
028 06€b
| |
3921 18871
|
88y
£8ev
652N | esew
1 18€4
aszd | oses
92 6.8d

Outer capsid protein P8

1

e Molecule 2
Chain T

L0Td

S0TY
70TI

20Tl
860
S6A
88N
281
81
08X
69A
Ton
09d
6SA
894

94a
9GS

TeT
0€D
628
8c4d
Lel

143

vra

3

STTV
vich

(5418
L0TX
66TN
1674

€611
T6TI

98TA
€81d
[4:34s]
6LTV
€LTT
69TH
89Td
1971
€910

291D
19TV

9811
6¥1a

9¥1d
SPTI

EVTT
OVTH

LETN
9ETD

€ETA
2eT1
€A

€TS8
(444}

CTTH
TT1d

€ced
ccea

3

v1el

0TE€T

L

S0ed

00€T

86CL

€621
{414 4

68¢4
882D

2821

S.L2D
.2D

TLes
T4

L

1921

§S¢d
7SCA

e¢scd

L¥Ta
Eiz44

YyeL

oveL
6ECTA

zeed
Teed

ST

TeeL

8121

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 1UF2

Page 11

215728

91vd

(4544

90%A
S0%M

00%1
66€T
86€X
L6€4d
96€1

76€T

98€1

28€Y

08€S
6Led
8.L€Y4

9.LEM
Sled

19ed

Ll

TOEW

B6SEN

LS€T
95€T

6YEW

0%€d

Legyd
9€€T

YEES

e Molecule 3: Structural protein P7

Chain K: =

ceed

62eT

9624

v62a

0623

O

R LDWIDE
PROTEIN DATA BANK

W



Page 12 wwPDB X-ray Structure Validation Summary Report 1UF2
4 Data and refinement statistics (i)
Property Value Source
Space group 1222 Depositor
Cell constants 770.00A  795.00A 814.00A .
Depositor
a, b, c,a, 3,y 90.00° 90.00° 90.00°
Resolution (4) TSl 350 Ebs
% Data completeness 90.1 (228.74-3.50) Depositor
(in resolution range) 90.2 (327.81-3.50) EDS
Rinerge 0.19 Depositor
Reym (Not available) Depositor
<I/o(l)>" 1.50 (at 3.49A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.303 0.306 Depositor
) Hfree 0.328 , (Not available) DCC
Ryree test set No test flags present. DCC
Wilson B-factor (A2) 59.9 Xtriage
Anisotropy 0.048 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.24 , -10.0 EDS
Estimated twinning fraction 0.009 for -h,-1,-k Xtriage
L-test for twinning <|L|>=048, < L* > =0.31 Xtriage
Outliers 4 of 3001938 reflections (0.000%) Xtriage
F,F. correlation 0.83 EDS
Total number of atoms 58130 wwPDB-VP
Average B, all atoms (A?) 39.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.10% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
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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 | pyia7 ' w7155 | RMSZ | #]Z] 5
1 A 0.49 0/7816 0.72 | 1/10641 (0.0%)
1 B 0.52 0/8224 0.74 | 6/11197 (0.1%)
2 C 0.41 0/3308 0.65 0/4508
2 D 0.42 0/3321 0.69 1/4526 (0.0%)
2 E 0.45 0/3350 0.69 0/4567
2 F 0.44 0/3308 0.70 0/4508
2 G 0.48 0/3328 0.70 0/4536
2 H 0.52 | 3/3350 (0.1%) 0.72 0/4567
2 | 0.47 0/3340 0.70 0/4552
2 J 0.43 0/3295 0.68 0/4490
2 P 0.41 0/3301 0.65 0/4498
2 Q 0.45 0/3350 0.69 0/4567
2 R 0.46 0/3350 0.69 0/4567
2 S 0.43 0/3350 0.68 0/4567
2 T 0.51 1/3350 (0.0%) 0.73 1/4567 (0.0%)
3 K 1.00 0/100 1.28 0/132
All All 0.47 | 4/59441 (0.0%) | 0.70 | 9/80990 (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
1 B 0 1
All All 0 2

All (4) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 H 421 | ASN C-O 6.87 1.36 1.23
2 H 421 | ASN | CB-CG | 6.18 1.65 1.51

Continued on next page...
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 T 421 | ASN C-O 5.30 1.33 1.23
2 H 421 | ASN | CA-CB | 5.19 1.66 1.53

The worst 5 of 9 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 B 1019 | LEU CA-C-O -8.56 102.13 120.10
1 B 1019 | LEU | CB-CG-CD1 | -8.01 97.38 111.00
1 A 651 | GLN N-CA-C -7.82 89.89 111.00
1 B 149 | GLY N-CA-C -5.66 98.96 113.10
1 B 1019 | LEU | CB-CG-CD2 | 5.58 120.48 111.00

There are no chirality outliers.

All (2) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 751 | TYR | Sidechain
1 B 509 | TYR | Sidechain

5.2 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 hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the

Clashes column.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 7653 0 7664 275 0
1 B 8053 0 8062 248 0
2 C 3234 0 3208 145 0
2 D 3247 0 3222 140 0
2 E 3274 0 3245 147 0
2 F 3234 0 3208 172 0
2 G 3253 0 3226 157 0
2 H 3274 0 3245 132 0
2 I 3265 0 3236 152 0
2 J 3221 0 3194 144 0
2 P 3227 0 3199 123 0
2 Q 3274 0 3245 158 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 R 3274 0 3245 131 0
2 S 3274 0 3245 147 0
2 T 3274 0 3245 107 0
3 K 99 0 89 2 0
All All 58130 0 dTTT8 2194 0

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 19.

The worst 5 of 2194 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
2:S5:235:1LE:HD11 | 2:J:235:ILE:HD12 1.19 1.14
2:S:361:MET:HE1 | 2:S:367:PRO:HD3 1.24 1.12
2:P:235:ILE:HD13 | 2:D:229:ASN:HD21 1.06 1.09
2:5:344:ILE:HD12 2:5:344:1LE:H 1.20 1.07
1:B:225:HIS:ND1 | 1:B:227:ILE:HG22 1.71 1.05

There are no symmetry-related clashes.

5.3 Torsion angles

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 965/1019 (95%) 845 (88%) | 105 (11%) | 15 (2%) 141 68
1 B 1017/1019 (100%) | 901 (89%) | 97 (10%) | 19 (2%) 12 64
2 C 411/421 (98%) 367 (89%) 38 (9%) 6 (2%) 157 69
2 D 413/421 (98%) 361 (87%) | 46 (11%) 6 (2%) 151 69
2 E | 419/421 (100%) | 368 (88%) | 41 (10%) | 10 (2%) | |o] 59
2 F 411/421 (98%) 370 (90%) 34 (8%) 7 (2%) 141 67
2 G 413/421 (98%) 364 (88%) | 43 (10%) 6 (2%) 151 69
2 H 419/421 (100%) 379 (90%) 34 (8%) 6 (1%) 161 70
2 I 415/421 (99%) 375 (90%) 34 (8%) 6 (1%) 16/ 70

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles

2 J 409/421 (97%) 348 (85%) | 47 (12%) | 14 (3%) ﬂ 20

2 P 410/421 (97%) 361 (88%) | 40 (10%) 9 (2%) 104 61

2 Q 419/421 (100%) 365 (87%) | 47 (11%) 7 (2%) 141 67

2 R 419/421 (100%) 376 (90%) 37 (9%) 6 (1%) 16/ 70

2 S 419/421 (100%) 366 (87%) | 44 (10%) 9 (2%) 11§ 62

2 T 419/421 (100%) 369 (88%) | 41 (10%) 9 (2%) 62

3 K 10/506 (2%) 8 (80%) 1(10%) | 1 (10%) 15
All All 7388/8017 (92%) | 6523 (88%) | 729 (10%) | 136 (2%) 13] 65

5 of 136 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 101 ILE
1 A 451 GLY
1 A 546 GLY
1 B 24 SER
1 B 112 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 854/900 (95%) 793 (93%) | 61 (7%) 21 67
1 B 900/900 (100%) | 844 (94%) | 56 (6%) 26 73
2 C 356/360 (99%) 338 (95%) | 18 (5%) 33 179
2 D 358/360 (99%) 339 (95%) | 19 (5%) 32 78
2 E 360/360 (100%) | 340 (94%) | 20 (6%) 30 176
2 F 356/360 (99%) 336 (94%) | 20 (6%) 30 |76
2 G 358/360 (99%) 337 (94%) | 21 (6%) 28 75
2 H 360/360 (100%) | 341 (95%) | 19 (5%) 32 78
2 I 360/360 (100%) | 333 (92%) | 27 (8%) 191 65
2 J 354/360 (98%) 328 (93%) | 26 (7%) 20 66

Continued on next page...
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Continued from previous page...
Mol | Chain Analysed Rotameric | Outliers | Percentiles

2 P 355/360 (99%) | 335 (94%) | 20 (6%) | 30 |76
2 Q | 360/360 (100%) | 334 (93%) | 26 (7%) | |21 67
2 R | 360/360 (100%) | 344 (96%) | 16 (4%) | 39 |83
2 S | 360/360 (100%) | 334 (93%) | 26 (7%) | |21 67
2 T | 360/360 (100%) | 330 (92%) | 30 (8%) | |16| 59
3 K 12/450 (3%) 10 (83%) | 2 (17%) 3] 19

Al | ALl | 6423/6930 (93%) | 6016 (94%) | 407 (6%) | 25 | 73

5 of 407 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 Q 164 THR
2 F 185 PHE
2 T 9 THR
2 Q 287 THR
2 E 158 ARG

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 160 such
sidechains are listed below:

Mol | Chain | Res | Type
2 E 163 GLN
2 F 315 GLN
2 J 208 GLN
2 E 208 GLN
2 F 125 GLN

5.3.3 RNA (D

There are no RNA chains 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.
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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

There are no chain breaks in this entry.
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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 967/1019 (94%) -0.03 3 (0%) §o91y 76 1, 19, 50, 125 0
1 B 1019/1019 (100%) -0.07 0§ 100§ §100 1, 15, 49, 115 0
2 C 415/421 (98%) -0.02 1 (0%) 1938 80 44,75, 99, 104 0
2 D 417/421 (99%) 0.03 1 (0%) 193§ 80 | 18, 68, 106, 112 0
2 E 421/421 (100%) -0.00 1 (0%) 1938 80 3, 38, 71, 86 0
2 F 415/421 (98%) -0.02 1 (0%) 193§ 80 6, 42, 76, 82 0
2 G 417/421 (99%) -0.17 1(0%) 1938 80 1, 26, 59, 112 0
2 H 421/421 (100%) -0.17 0 100 Q100 1, 26, 59, 89 0
2 I 419/421 (99%) -0.02 1 (0%) 1938 80 12, 49, 82, 87 0
2 J 413/421 (98%) -0.01 1 (0%) 1938 80 18, 51, 77, 93 0
2 P 414/421 (98%) 0.11 1 (0%) 1938 80 | 49,93, 113, 118 0
2 Q 421/421 (100%) -0.03 1 (0%) 1938 80 11, 48, 76, 96 0
2 R 421/421 (100%) -0.12 1 (0%) 193§ 80 1, 27, 58, 70 0
2 S 421/421 (100%) 0.02 2 (0%) 88} 64 6, 41, 72, 88 0
2 T 421/421 (100%) -0.16 1 (0%) 193§ 80 1, 15, 44, 74 0
3 K 12/506 (2%) 0.63 0§ 100§ §100 61, 67, 74, 80 0

All All 7434/8017 (92%) -0.04 16 (0%) §93§ 80 1, 35, 92, 125 0

The worst 5 of 16 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
2 C 1 MET 3.7
P Q 1 | MET | 36
2 D 1 MET 3.6
2 G 1 MET 3.1
2 F 1 MET 3.0

$PDe
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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.
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