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1 Overall quality at a glance (i)

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 [ 0.241
Clashscore I 0 Il 14
Ramachandran outliers I 3.0%
Sidechain outliers T [Jr— 3 5%
RSRZ outliers I 0 D 3.1%
Worse Better

0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Riree 66092 1557 (2.70-2.70)
Clashscore 79885 1939 (2.70-2.70)
Ramachandran outliers 78287 1905 (2.70-2.70)
Sidechain outliers 78261 1905 (2.70-2.70)
RSRZ outliers 66119 1559 (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 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.

Mol | Chain | Length Quality of chain
1 A 401 [ —
1 B 401 [ —
1 C 401 [ —
1 D 401 [ —
1 E 401 [ —
1 F 401 [ —

WORLDWIDE
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2 Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 17986 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 ENVELOPE PROTEIN.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 382 2921 1836 514 550 21 0 0 0

Total C N O S
1 B 387 2946 1851 519 555 21 0 0 0

Total C N O S
1 C 385 2036 1845 517 553 21 0 0 0

Total C N O S
1 b 386 29041 1848 518 554 21 0 0 0

Total C N O S
1 2 382 9021 1836 514 550 21 0 0 0

Total C N O S
1 F 388 2951 1854 520 556 21 0 0 0

e Molecule 2 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 A 73 T(;gal % 0 0
2 B 77 T(;;al 707 0 0
2 C 64 T(G’Zal gx 0 0
p D 50 ngal 5% 0 0
P B 49 thgal 2) 0 0
P F 57 Tgt,?al 5?7 0 0
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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: ENVELOPE PROTEIN

Page 4
Chain A: m=

6ETA [ | 1 168
[ | 0SZA 0L€D [ |
98Ty 62y 64
[ | o 8¥eH ° €63
ge1a | | o
TETA vhed EEYS T6A
[ teTa | PSEA | oosl
0STH [t 689
| [ 4 AR |
8T LN ° 81
LTTA [ | [ |
[ | ogzd 14
oTTY [ | 6.d
| L1128 -7
168 [ | 9BEY LI
1874 00€3 [ | £TTh | sven | 9.1
9810 6621 6 «mﬂ gud
| g8TT £63 %10
$8T1 I | zeo £EES €24
€878 9623 T6A ° 1 [ |
1 g6z [ | e L0zd 6zed 89L
6LTA [ | $8d 90ZA 1 290
1 T6CA [ | e S0zl $28a 998
9LTH [ | 8.9 502y 1 591
1 6821 [ | [ | 6TEL [ |
€411 882 q.d 6611 1 931
TLIL 18TH [ | [ | 9T€Y [ |
TLTH [ | 69) S6TY 1 183
0.1 28zH I [ | TTEN | osh
1824 88TA oTEL 674
| 1 998 1874 ]
PWhect 39T 9810 oM
[ | »6Eb Z Z [ |
zLed | m 10D M m«:
TLZA 1883 | ooed
[ | | 9sen = 66TH = sev
mm-.w,_ mmﬂ, @) 8623 (@) EL
621 €eT
HSCA 8Led m 9623 m [ |
| gsea Ligd s6za 629
2STH 1 €3 1 €3 [ |
| TSed BLEW o, 0620 n, 9zd
05zA | o | eszl @) |
® Lill ® 6WTy wmmz 3 882 3 1A
| 9vTH 8 182H 1
Sh1d | lved | 1SET = 1 €3}
v1E ovey Lesen | > 823 > 91
£HTA | stey | 3gEY Z, | g8zl Z. STL
1 Emmm wm@ &) mmﬁ 25| [ |
6£TA [a
| seTA (ot 0sed .. SLcH 1074 .. [ |
L€71 eeav — | | — - o
pmwz . < [ [ zLed «mma < 8N
° .. 1.2 .. Pkt
— ¢mwz 9vEY m m 1 :mma m O s
STTY | gven 8921 SH
mmm,_ wwﬁ irs) M o LIl 1 \.mmm e) nma i
o | 9vTH 832D
— 812a 6eed = < av1d | use1 8Led = -~ .
$OTH Phza't 1 e O [ | 952N Ll8d o O

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W


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

1URZ

wwPDB X-ray Structure Validation Summary Report

Page 5

-

1874
9810

1

28TA

9LTH

€LTI
TLIL

0L1d

® L¥IL

SP1d

EVTA

6ETA

LETI
9€TN

€ETA

ST

[4q

8TTA
LITA

(0958

€0TN

61€L

9T€Y

vien

6€Cd

LETN

Yo

86TA
L6TL

¥611

66€1
6€b

88€T
18€d

8.Led
LLed

T9EN

SGEV

6E€Y
8€ED

€EES

veea

ENVELOPE PROTEIN

+

e Molecule 1
Chain D

{47458

6ETA

LETI

LTTA

€171

|
oTmy
|
168
|
v6u
€63t

T6A

0 WEEO -
[ ) [ R
(&5 = < n =

o0
o
1

o
—
=

'\w-
M=

w0
=

¥sca

@ 6%V
[ ]

1

vved

1

9LTH

€LTI
CTLTL

3

ENVELOPE PROTEIN

0L1d

2911

e L¥1l

Sv1d

v6€d

8.ed
LLed

TOEN
09ed

GGEV

vvev

6EEY

vcea

60€X

28318 Sum
N®® ™
= XU =

9683
S6T3

c6TA

88CA

L8CH

v8eH

082x

L.24

S.CH

c¢Led
TLTA

89271
852H

LSTT
952N

e Molecule 1
Chain E

64
€63

T6A

© O
€0 ©
= (&

© h-..IInn

~o~ @

B = 3]
[

N
~
O

*

[
©
3

998

YETN

88TA
1814
981D
S8T1

€LTI
CTLIL

0L1d

7918

1

SGEV
vsen

0SGed

9vEY

vhev

6eed

¥zea

61€L

91€d

cred

0TEL

1

€0€L

T0ED
00€x1
66T

L6271
9624

1623

68CL

L8CTH

€821

ENVELOPE PROTEIN

1

e Molecule 1
Chain F

98H

v8d

8LD
LN
9.1

7.0

TLY
0LA
693

3

vox
9GL
€9d

2SN
T84

674

15701
07s

SEV

+

felac

0zYd

8TL

Ll

N w ~

86TA
L6TL

7611
88TA

1874
9810

811
€818

9LTN
LTI
TLIL

TLIN
0413

S¥1d

eVIA

6ETA

LETI
9ETH

€ETA

TETA

0T

YOTH
€0TN

R LDWIDE

O
PROTEIN DATA BANK

erbDBe

W



1URZ

wwPDB X-ray Structure Validation Summary Report

Page 6

TYEA
Tved

TEEL

vcea

€1eL

90€EN

€0€L

T0€D

66T

(451418

L8CTH

v8ex

082x

S.LCH

8921

0S2A

6%y

8¥CH

vvcd

cven

6€TT

e

0€TT

L1y

€TTn

[a%44
T12L

S0TL

00271

66€T

6ed
£6€d

78€A
28I

8.Led
LLed

CTLET
L9EN

eieio
vsen

0Sed

ey
e£ved

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



Page 7 wwPDB X-ray Structure Validation Summary Report 1URZ

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 121.50A 142.90A 173.60A .
Depositor
a, b, c,a, 3,y 90.00° 90.00° 90.00°
: 40.00 - 2.70 Depositor
Resolution (4) 3949 — 2.70 EDS
% Data completeness 96.7 (40.00-2.70) Depositor
(in resolution range) 96.8 (39.49-2.70) EDS
Rinerge 0.11 Depositor
Reym (Not available) Depositor
<I/o(l)>" 3.33 (at 2.69A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.207 , 0.242 Depositor
» Tfree 0.209 , 0.241 DCC
Rree test set 4089 reflections (5.06%) DCC
Wilson B-factor (A2) 38.0 Xtriage
Anisotropy 0.133 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.33, 21.6 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning <|L|>=042, < [?*>=0.24| Xtriage
Outliers 0 of 80895 reflections Xtriage
F,,F. correlation 0.92 EDS
Total number of atoms 17986 wwPDB-VP
Average B, all atoms (A2) 40.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 6.18% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.


http://wwpdb.org/ValidationPDFNotes.html#dataRefinementStats

Page 8 wwPDB X-ray Structure Validation Summary Report 1URZ

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 | pyiar 7155 | RMSZ | #(2] >5
1 A 0.39 0/2984 0.69 0/4046
1 B 0.40 0/3009 0.68 0/4081
1 C 0.37 0/2999 0.67 0/4068
1 D 0.38 0/3004 0.67 0/4074
1 E 0.37 0/2984 0.68 0/4046
1 F 0.37 0/3015 0.68 1/4092 (0.0%)
All All 0.38 | 0/17995 | 0.68 | 1/24407 (0.0%)

There are no bond length outliers.

All (1) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(®) | Ideal(°)
1 F 85 | GLU | N-CA-C | -5.05 97.37 111.00

There are no chirality outliers.

There are no planarity outliers.

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 2921 0 2881 93 0
1 B 2946 0 2891 83 0
1 C 2936 0 2886 88 0
1 D 2941 0 2889 86 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 E 2921 0 2881 78 0
1 F 2951 0 2893 85 0
2 A 73 0 0 6 0
2 B 77 0 0 5 0
2 C 64 0 0 0 0
2 D 50 0 0 0 0
2 E 49 0 0 2 0
2 F o7 0 0 2 0
All All 17986 0 17321 ATT7 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 14.

The worst 5 of 477 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:F:15:THR:HG22 | 1:F:16:GLN:HE21 1.31 0.92
1:E:233:GLN:HE21 1:E:234:ASN:H 1.14 0.91
1:C:15:THR:HG22 | 1:C:16:GLN:OE1 1.75 0.87
1:C:41:MET:HE2 1:C:145:PRO:HA 1.57 0.85

1:F:8:ASN:OD1 1:F:301:GLY:HA3 1.78 0.84

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 376/401 (94%) | 349 (93%) | 18 (5%) 9 (2%)
1 B 381/401 (95%) | 344 (90%) | 23 (6%) | 14 (4%)
1 C 379/401 (94%) | 348 (92%) | 22 (6%) 9 (2%)
1 D 380/401 (95%) | 350 (92%) | 17 (4%) | 13 (3%)
1 E 376/401 (94%) | 344 (92%) | 22 (6%) | 10 (3%)
1 F 384/401 (96%) | 352 (92%) | 19 (5%) | 13 (3%)



http://wwpdb.org/ValidationPDFNotes.html#h.jzlrq3nyii7k

Page 10 wwPDB X-ray Structure Validation Summary Report 1URZ

Continued from previous page...
Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles

All | ALl | 2276/2406 (95%) | 2087 (92%) | 121 (5%) | 68 (3%) 15

5 of 68 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 78 GLY
1 A 302 LEU
1 A 349 SER
1 B 206 VAL
1 B 302 LEU

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
A 315/331 (95% 303 (96%) | 12 (4%) 44 176

)
315/331 (95%) (96%) | 11 (4%) | 48 |80
315/331 (95%) | 303 (96%) | 12 (4%) | 44 |76
315/331 (95%) | 308 (98%) | 7 (2%) 64 |90
(95%) (97%)
( (96%)

315/331 (95% 10 3%) | 51 |82
315/331 (95%) | 301 14 (4%) | 39 71
All | ALl | 1890/1986 (95%) | 1824 (96%) | 66 (4%) | 48 |80

— ==~~~
m|H| O Q|

5 of 66 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 C 188 VAL
1 D 34 THR
1 F 230 GLU
1 C 289 THR
1 C 319 THR

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


http://wwpdb.org/ValidationPDFNotes.html#h.wukab16u9ff

Page 11 wwPDB X-ray Structure Validation Summary Report

1URZ

Mol | Chain | Res | Type
1 C 366 ASN
1 D 234 ASN
1 F 234 ASN
1 D 16 GLN
1 D 52 ASN

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.

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
A 382/401 (95%) -0.19 7(1%) 65 TL |13, 33,67, 89
387/401 (96%) -0.15 8 (2%) 60 67 | 12,35, 70,94
385/401 (96%) 0.05 |16 (4%) 35 39 | 12,37, 71,94
386,/401 (96%) -0.05 9(2%) 57 64 |16, 41,74, 98
(95%)
(

382/401 (95% 0.10 |19 (4%) 28 30 |13,41,75, 95
388/401 (96%) 0.03 |13 (3%) 43 48 | 13,37, 76,99
All | Al | 2310/2406 (96%) | -0.06 | 72 (3%) 47 52 | 12,37, 74, 99

— =]~~~
b " O Q|

(ool el e Nl Nl Nl el N )

The worst 5 of 72 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
147 | THR 7.6
206 | VAL 5.3
147 | THR 5.2
146 HIS 4.7
347 | HIS 4.3

—| = =] =] =
el k@] Reslles)

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.
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6.5 Other polymers (i)

There are no such residues in this entry.
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