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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 2.90 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.

Ramachandran outliers

Metric
Rfree B

Clashscore

Sidechain outliers I

RSRZ outliers ]
RNA backbone N

Worse

Percentile Ranks

0 Percentile relative to all X-ray structures

Value
(| — 0.248
N 00
I 3.0%
D 4.0%
I 5.3%
[ 0.63

Better

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

Metric Whole archive Similar resolution

(#Entries) (#Entries, resolution range(A))

Rfree 100719 1586 (2.90-2.90)

Clashscore 112137 1807 (2.90-2.90)

Ramachandran outliers 110173 1768 (2.90-2.90)

Sidechain outliers 110143 1770 (2.90-2.90)

RSRZ outliers 101464 1596 (2.90-2.90)

RNA backbone 2435 1004 (3.20-2.60)

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. 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 878 = 58% 37%
1 D 878 == 58% 38%
2 B 83 = 42% 35% 16% .- 6%
2 E 83 = 46% 1% 6% - 6%
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The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-
ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
6 SO4 A 1890 - - - X
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2 Entry composition (i)

There are 9 unique types of molecules in this entry. The entry contains 17815 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 AMINOACYL-TRNA SYNTHETASE.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 A 876 7122 4593 1223 1275 31 0 0 0
Total C N O S
1 b 876 7122 4593 1223 1275 31 0 0 0

e Molecule 2 is a RNA chain called TRNALEU TRANSCRIPT WITH ANTICODON CAG.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
2 B s 1676 745 309 544 78 0 0 0
Total C N O P
2 2 " 1676 745 309 544 78 0 0 0

e Molecule 3 is LEUCINE (three-letter code: LEU) (formula: CgH3NO2).

CD1

LEU

CD2

ce/

CB

N H:

CAS)\

OHoxr
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
3 A 1 9 6 1 2 0 0
Total C N O
3 D 1 9 6 1 2 0 0

e Molecule 4 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Zn
4 A 2 5 9 0 0
Total Zn
4 D 2 5 9 0 0

e Molecule 5 is MERCURY (II) ION (three-letter code: HG) (formula: Hg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 A 1 Total Hg 0 0

1 1
5 | D | Toltal ng 0 0

e Molecule 6 is SULFATE ION (three-letter code: SO4) (formula: O4S).

SO4

Ol

O

S
(@)
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O S
6 A 1 5 11 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 | A 1 Togal g ? 0 0
6 | A 1 Togal 2 ? 0 0
6 | A | Togal 2 ? 0 0
6 | A | Togal 2 ? 0 0
6 A 1 Togal 2 ? 0 0
6 A 1 T°5tal 2 ? 0 0
6 A 1 Togal 2 ? 0 0
6 A 1 Togal 2 ? 0 0
6 A 1 Togal (i ? 0 0
6 A 1 TO;al (i ? 0 0
6 A 1 Togal (i ? 0 0
6 D 1 Togal (2 ? 0 0
6 D 1 Togal (i ? 0 0
6 D 1 Togal 2 ? 0 0
6 D 1 Togal 2 ? 0 0
6 D 1 Togal (i ? 0 0
6 D 1 Togal Ex) ? 0 0
6 D 1 Togal Ex) ? 0 0
6 D 1 Togal (i ? 0 0
6 D 1 Togal 2 ? 0 0
6 D | Togal EL) ? 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 | D 1 foal 073 0 0
6 | D 1 foal 03 0 0
6 | D 1 foal 073 0 0

e Molecule 7 is NORVALINE (three-letter code: NVA) (formula: C5H3NOs).

o)
@)
T OHoxr
ce CAS)/
cD NH.
cG N
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
7 A 1 . 511 0 0
Total C N O
7 D 1 . 511 0 0

e Molecule 8 is 2’-AMINO-2-DEOXYADENOSINE (three-letter code: 2AD) (formula:
C10H14NO3).
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NH.
H1 O‘J»‘ . I\I;
N T\
| 1 [=:]
MHLN —CZ"E/ J
calz;}-;“au:?f' - OHOS
HO B
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
8 A 1 19 10 6 3 ’ :
Total C N O
8 D 1 19 10 6 3 ’ :

e Molecule 9 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
9 A 8 TOStal g 0 0
9 B 5 TO;al g 0 0
9 D 1 Tolta“l (1) 0 0
9 E 1 Toial g 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 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

3 Residue-property plots (i)

Page 9

282
< O +»
- 8 g
O o
o
° =
< ™ o
-
£° &
c g .
Eg ¢ e
o &= SLH
B <
o O .= L1
- -
3&&6 994
I T
dMA}m £9Y
I = 291
.d> % T
SESEE= 09a
amm 8anl
(@] o
e
:/l\m X el
~
o > 9 ™ -
o0 = mlb 67H
=) i
m w < 130
0 9%9
©< 3 @ e
“ 58 9 7
| & g . < zvd
- >
C.m ) T
Ww Imw n = ﬁHu
O "© o0 T
— 2 o [ g€
<] <} or— ---
ym = & 9ek
- [ S
=] O.w W wn ol
=2 0 Lowen
:m w.nho < . £€9
g o A o
5 = > =M
— e g e 62d
R ® _- | = 821
nY —
.. = o A 3 120
£ ® 2% > -
=288 Q sov
= L= < L owed
2552 3
O = |
anb..m R+ m oz
618
OmAwm = |
- O = Au“ 974
n s % @] STY
S< 88 o
— ' o + mm_- ™
..m o W.m <L o™ 454
= = .. I
S = -~ () A
m o oL 9 o 61
© O o, o R= |
~+ nv wn < 9d
E2EZ = £
S ® O n e O of

€64

184

781
€89

08a
6.LM

LW

€9¢d

6521
85924
LSTL

SG2H

€621

(G748
8¥%¢l
LYTL

SveA

3

6€TH

Yecd

cecI
Tecd

S¢TH
¥eer

L12%

(454

0121

8023
02T

L6TL

S6TH
7611
€6TA
ceTM
1670

@ 8874

1874
¥81A
€81d
6LTH
TLIA
6974

Po1L

89¢ed

99€D

€621
zecd

6824
78TA
082A

8.Lcd
L.2d

S.zd

T.21

19271

C9SA

6GST

LSGSH

§G6S4

S¥SH

T¥SH

9€ST

62SM

Sesy

€150

0TSY
6051

90SM

€080

SCOH

€29y
[44°0¢
Teoa
029y

8TON
LT9%

€793

0791
609V

€091

€6SA

851

.99
$.50
€LSL
cLSd
TLST

3

L98d

%93

88971

SLOA

1,94

699d
899V

9994

7991

L9LN

79.LA

29,4

® 9.8A

€L8N
CL81

0484
698D
898d

998X
S981

€983

@ 0981
@ 6984

e Molecule 1: AMINOACYL-TRNA SYNTHETASE

@® SS8H

€584
2G8A

38%

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe

58%

8%

Chain D: o


http://wwpdb.org/validation/2016/XrayValidationReportHelp#residue_plots

2BTE

wwPDB X-ray Structure Validation Summary Report

Page 10

8GN
LSL

®
SGN
4!
€971

19D
0SS
6VH

97D
S7S

EVA

6EA
8€T

9EX

091d

LSTN

SSTT

[4sia g
TSTH

6v1V
8%11

48

4747

(A%
6ETI

LETD
9ETN
SETM

EETA

S98d
81
€89

08d

6LM

9.d

7L

0Ld

85924
LSTL
962V

L%TL

SveA
¥ved

LETH

S€ed
vecd
€eTT
2eTI

ogey

92Ty

j£4an
rady
(444

STTH
jaxect

80cd
L0271
902a

L6TL
96TI
S61Y4

C6TM
1610
0674

L8Td
78TA
€81d
Z8TL
181d
6LTH

LLTM
9LTD

® €.1d
CTLIA

7ITL

2910

€LET

T9EA
09eX

aciot s

Lvea
oved

B6EEY
8EEN

veel

TEED

Szev
veel
€TEM

61€Y

L1€D
vred
€TEN
[45°4¢

S0EA

862

€6CI

062y

18C1

i

992d
S9CH

€92d

0S¥3
LYV
174718

{4747

LETA
9ETN

o000
I
LS
<
3

S0¥1

{4028

007X

86€EN

96€d

v6es
£6€4

06€a
68¢ed
88€d

08ed
6.,€3

LLEXK

TISA

6091
80SA

90SM

2054

0051

[ 4528

88¥D
L8%0
98¥%M%

08%&

ELVT
Lvd

697D

9974
® S9%I
79%a

@ 19%a

6G¥%1

LS%d

8TON

STOA
7190

T198

609V

N

TS8S84
0554

SYSH

Y¥ST

T¥SH

B6ESA

LESD
9€SI

80LA
L0LD
9048

€0.L7T

7694

0694
689N

1894

7994
0§9d
679D
879N

979N

b

® ¥

t

veon

TE9H
0€91

CSL1

67LI

6ELT

veLT

0€LY

praicy

€TLD

67,4
8T.a

ST.4
PILT

60.L4

T8I

698D

L98A
998X
G981

£98)

® 0984
® 6881

® GS8H

€584
2S8A

@® 0S8Y

8¥8)
L¥8T
o¥8Y
S¥8d

T¥8A

8€8d
LE8Y

vi8y
€184
21871

0183

$S08d

® 9.8A

€.L8N
L8]

TRNALEU TRANSCRIPT WITH ANTICODON CAG

e Molecule 2

6%

o < w0 N o
) [T Te] 0 ©
[ == < =1

16%

35%

42%

5%

Chain B

IN 8 ¢i°’
(SRS} S
©
©
1UH

=
N
ﬂc

190

dL%D
qL7D

aLvy
Y.¥0
%D
i)
S7D

gI

vn

6€N
8EV

8cV
120

S¢d

€20

]
o
<

o
-
o

TRNALEU TRANSCRIPT WITH ANTICODON CAG

e Molecule 2

- 6%

6%

41%

46%

6%

Chain E

R LDWIDE

O

PROTEIN DATA BANK

W



2BTE

wwPDB X-ray Structure Validation Summary Report

Page 11

€399

TS89
05D

E€¥D
(471

[79]
6en
® 8eV

¥.L0

O

R LDWIDE
PROTEIN DATA BANK

W



Page 12

wwPDB X-ray Structure Validation Summary Report

4 Data and refinement statistics (i)

Property Value Source
Space group c121 Depositor
Cell constants 204.12A  125.70A 175.43A .
Depositor
a, b, c, a, B, 90.00°  120.86°  90.00°
. 24.89 — 290 Depositor
Resolution (A) 24.80 — 2.90 EDS
% Data completeness 93.6 (24.89-2.90) Depositor
(in resolution range) 93.7 (24.89-2.90) EDS
Rinerge 0.11 Depositor
Reym (Not available) Depositor
<I/o(I)>" 2.59 (at 2.89A) Xtriage
Refinement program CNS 1.0 Depositor
R R 0.217 , 0.253 Depositor
) Thfree 0.218 , 0.248 DCC
Rree test set 2369 reflections (3.00%) DCC
Wilson B-factor (A?) 63.0 Xtriage
Anisotropy 0.168 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.33, 81.2 EDS
L-test for twinning? <I|L| > =047, < L?> =030 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.93 EDS
Total number of atoms 17815 wwPDB-VP
Average B, all atoms (A?) 82.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 3.15% 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
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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: HG,
2AD, ZN, NVA | SO4

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 | prig7 | 47155 | RMSZ | #2] >5
1 A 0.48 0/7327 0.65 0/9945
1 D 0.38 0/7327 0.54 0/9945
2 B 0.63 1/1873 (0.1%) | 0.83 | 5/2917 (0.2%)
2 E 0.58 1/1873 (0.1%) | 0.76 | 3/2917 (0.1%)
All All 0.48 | 2/18400 (0.0%) | 0.65 | 8/25724 (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 2
2 B 0 4

All All 0 6

All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 B 1 G OP3-P | -7.19 1.52 1.61
2 E 1 G OP3-P | -6.97 1.52 1.61

The worst 5 of 8 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(°)
2 B 9 G N9-C1’-C2’ | 10.60 127.78 114.00
2 B 48 U C5-C4’-C3’ | -7.96 103.26 116.00
2 B 65 C 04’-C1-N1 | 6.01 113.01 108.20
2 E 21 G N9-C1’-C2" | 5.82 121.57 114.00
2 E 18 G C2-C3-03" | 5.34 122.25 113.70
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There are no chirality outliers.

5 of 6 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 133 | TYR | Sidechain
1 A 507 | TYR | Sidechain
2 B 14 A Sidechain
2 B 21 G Sidechain
2 B 24 G Sidechain

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 7122 0 7031 317 0
1 D 7122 0 7031 290 0
2 B 1676 0 849 34 0
2 E 1676 0 849 38 0
3 A 9 0 10 0 0
3 D 9 0 10 1 0
4 A 2 0 0 0 0
4 D 2 0 0 0 0
5 A 1 0 0 0 0
5 D 1 0 0 0 0
6 A 60 0 0 0 0
6 D 65 0 0 0 0
7 A 7 0 10 2 0
7 D 7 0 10 0 0
8 A 19 0 12 3 0
8 D 19 0 12 1 0
9 A 8 0 0 1 0
9 B 3 0 0 2 0
9 D 1 0 0 0 0
9 E 4 0 0 0 0

All All 17815 0 15824 672 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 20.

The worst 5 of 672 close contacts within the same asymmetric unit are listed below, sorted by

O RLDWIDE

PROTEIN DATA BANK
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their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:D:826:ARG:HB2 | 1:D:828:ARG:HH21 1.12 1.08
1:D:826:ARG:HB2 | 1:D:828:ARG:NH2 1.80 0.96
1:D:851:ASN:HD22 | 1:D:853:ARG:HG3 1.30 0.94
1:D:62:LEU:HD11 | 1:D:739:LEU:HD11 1.47 0.93
1:A:839:LEU:H 1:A:839:LEU:HD12 1.33 0.92

There are no symmetry-related clashes.

5.3 Torsion angles (i)

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 874/878 (100%) 728 (83%) | 120 (14%) | 26 (3%) 20
1 D 874/878 (100%) 735 (84%) | 113 (13%) | 26 (3%) 20
All All 1748/1756 (100%) | 1463 (84%) | 233 (13%) | 52 (3%) 20

5 of 52 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 576 MET
1 A 796 PRO
1 D 208 GLU
1 D 542 ALA
1 D 861 VAL

5.3.2 Protein sidechains ()

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.
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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 741/742 (100%) 706 (95%) | 35 (5%) 30 65
1 D 741/742 (100%) 717 (97%) | 24 (3%) 44 | 78
All All 1482/1484 (100%) | 1423 (96%) | 59 (4%) 36 71

5 of 59 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 647 MET
1 A 857 GLU
1 D 836 ASP
1 A 664 ILE
1 A 794 PHE

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 22 such

sidechains are listed below:

Mol | Chain | Res | Type
1 A 822 GLN
1 D 55 ASN
1 D 824 ASN
1 A 851 ASN
1 D 5 ASN
5.3.3 RNA (O
Mol | Chain Analysed Backbone Outliers | Pucker Outliers
2 B 76/83 (91%) 10 (13%) 0
2 E 76/83 (91%) 8 (10%) 0
All All 152/166 (91%) 18 (11%) 0

5 of 18 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
2 B 7 G
2 B 8 U
2 B 10 G
2 B 18 G
2 B 19 G
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There are no RNA pucker outliers to report.

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)

Of 37 ligands modelled in this entry, 6 are monoatomic - leaving 31 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the chemical component dictionary. The Link
column lists molecule types, if any, to which the group is linked. 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] > 2 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 | Type | Chain | Res | Link | "' RMSZ | 47| > 2| Counts | RMSZ | #]Z| > 2
6 | SO4 | A | 1880 - 144 | 0.36 0 6,66 | 0.09 0
6 | S04 | A | 1881 - 144 | 0.33 0 6,66 | 0.16 0
6 | SO4 | A | 1882 - 144 | 0.33 0 6,66 | 0.08 0
6 | S04 | A | 1883 - 144 | 0.35 0 6,66 | 0.09 0
6 | SO4 | A | 1884 - 144 | 035 0 6,66 | 0.09 0
6 | S04 | A | 1885 - 144 | 0.36 0 6,66 | 0.06 0
6 | S04 | A | 1886 - 144 | 0.32 0 6,66 | 0.09 0
6 | S04 | A | 1887 - 144 | 034 0 6,66 | 0.08 0
6 | S04 | A | 1888 - 144 | 034 0 6,66 | 0.06 0
6 | S04 | A | 1889 - 144 | 0.35 0 6,66 | 0.07 0
6 | S04 | A | 1890 - 144 | 034 0 6,66 | 0.8 0
6 | S04 | A | 1891 - 144 | 0.33 0 6,66 | 0.10 0
7 | NVA | A |1892] 8 6,67 | 0.59 0 168 | 087 0
8 | 2AD | A | 1893 | 7 |1821.21]| 0.62 0 15,31,31 | 0.72 0
3 | LEU | A | 1804 | - 188 | 024 0 5,10,10 | 0.51 0
6 | S04 | D | 1830 144 | 0.33 0 6,66 | 0.08 0
6 | SO4 | D |1881| - 144 | 034 0 6,66 | 0.07 0
6 | S04 | D |1882| - 144 | 035 0 6,66 | 0.06 0
6 | S04 | D |1883] - 144 | 0.32 0 6,66 | 0.09 0
6 | SO4 | D | 1884 - 144 | 034 0 6,66 | 0.06 0

WO RLDWIDE
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2 | Counts RMszg 47| > 2
6 SO4 D 1885 - 4,44 0.34 0 6,6,6 0.08 0
6 S04 D 1886 - 4,44 0.33 0 6,6,6 0.10 0
6 S04 D 1887 - 444 0.33 0 6,6,6 0.10 0
6 SO4 D 1888 - 4,4.4 0.33 0 6,6,6 0.07 0
6 SO4 D 1889 - 4,44 0.34 0 6,6,6 0.06 0
6 SO4 D 1890 - 4,44 0.34 0 6,6,6 0.09 0
6 SO4 D 1891 - 4,44 0.33 0 6,6,6 0.09 0
6 SO4 D 1892 - 4,44 0.35 0 6,6,6 0.08 0
3 LEU D 1893 - 4,8.8 0.14 0 5,10,10 | 0.33 0
7 NVA D 1894 8 6,6,7 0.45 0 4,6,8 0.92 0
8 2AD D 1895 7 18,21,21 | 0.60 0 15,31,31 | 0.80 0

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns.

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
6 S04 A 1880 - - 0/0/0/0 | 0/0/0/0
6 S04 A 1881 - - 0/0/0/0 | 0/0/0/0
6 S04 A 1882 - - 0/0/0/0 | 0/0/0/0
6 SO4 A 1883 - - 0/0/0/0 | 0/0/0/0
6 SO4 A 1884 - - 0/0/0/0 | 0/0/0/0
6 SO4 A 1885 - - 0/0/0/0 | 0/0/0/0
6 S04 A 1886 - - 0/0/0/0 | 0/0/0/0
6 S04 A 1887 - - 0/0/0/0 | 0/0/0/0
6 S04 A 1888 - - 0/0/0/0 | 0/0/0/0
6 S04 A 1889 - - 0/0/0/0 | 0/0/0/0
6 SO4 A 1890 - - 0/0/0/0 | 0/0/0/0
6 SO4 A 1891 - - 0/0/0/0 | 0/0/0/0
7 NVA A 1892 8 - 0/3/5/7 |0/0/0/0
8 2AD A 1893 7 - 0/2/22/22 | 0/3/3/3
3 LEU A 1894 - - 0/4/8/8 | 0/0/0/0
6 S04 D 1880 - 0/0/0/0 | 0/0/0/0
6 S04 D 1881 - 0/0/0/0 | 0/0/0/0
6 SO4 D 1882 - - 0/0/0/0 | 0/0/0/0
6 S04 D 1883 - - 0/0/0/0 | 0/0/0/0
6 S04 D 1884 - - 0/0/0/0 | 0/0/0/0
6 S04 D 1885 - - 0/0/0/0 | 0/0/0/0
6 S04 D 1886 - - 0/0/0/0 | 0/0/0/0
6 S04 D 1887 - - 0/0/0/0 | 0/0/0/0
6 SO4 D 1888 - - 0/0/0/0 | 0/0/0/0
6 SO4 D 1889 - - 0/0/0/0 | 0/0/0/0

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

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
6 SO4 D 1890 - - 0/0/0/0 | 0/0/0/0
6 SO4 D 1891 - - 0/0/0/0 | 0/0/0/0
6 SO4 D 1892 - - 0/0/0/0 | 0/0/0/0
3 LEU D 1893 - - 0/4/8/8 | 0/0/0/0
7 NVA D 1894 8 - 0/3/5/7 | 0/0/0/0
8 2AD D 1895 7 - 0/2/22/22 | 0/3/3/3

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.

4 monomers are involved in 7 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
7 A 1892 | NVA 2 0
8 A 1893 | 2AD 3 0
3 D 1893 | LEU 1 0
8 D 1895 | 2AD 1 0

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.
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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 876/878 (99%) 0.09 29 (3%) 47 25, 67,104,136 | 0
1 D 876/878 (99%) 0.42 73 (8%) | 12 E 57,93,139,161 | 0
2 B 78,/83 (93%) 0.29 4 (5%) 29 35, 70, 150, 186 | 0
2 E 78,/83 (93%) 0.33 5(6%) 20 |15 | 50,79, 157,189 | 0
All | Al | 1908/1922 (99%) |  0.26 | 111 (5%) 24 |19 | 25,79, 130,189 | 0

The worst 5 of 111 RSRZ outliers are listed below:
Mol | Chain | Res | Type | RSRZ

1 MET 6.7
17 G 6.4
17 G 6.2

858 | GLY 5.8
591 | SER 5.1

= = NN =
wiie—lesl vl

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)

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. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95" percentile and maximum values of B factors

WO RLDWIDE
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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 | LLDF | B-factors(A?) | Q<0.9
6 SO4 A 1890 5/5 0.82 0.35 3.50 | 148,150,150,151 0
6 SO4 A 1891 5/5 0.83 0.27 1.03 143,144,145,145 0
3 LEU D 1893 9/9 0.93 0.27 0.42 91,94,95,95 0
7 NVA A 1892 7/8 0.92 0.28 0.28 75,77,81,84 0
6 SO4 D 1889 5/5 0.92 0.21 0.23 136,137,138,139 0
8 2AD A 1893 | 19/19 0.96 0.21 0.13 50,58,75,76 0
8 2AD D 1895 | 19/19 0.97 0.20 -0.04 59,66,71,71 0
4 ZN A 1878 1/1 0.97 0.17 -0.16 68,68,68,68 0
6 SO4 D 1882 5/5 0.83 0.21 -0.29 | 153,154,155,155 0
7 NVA D 1894 7/8 0.95 0.24 -0.30 58,61,66,67 0
4 ZN D 1878 1/1 0.97 0.15 -0.75 97,97,97,97 0
6 SO4 A 1889 5/5 0.94 0.13 -0.95 | 117,117,119,120 0
5 HG D 1879 1/1 0.99 0.14 -0.99 | 156,156,156,156 0
6 SO4 D 1881 5/5 0.96 0.10 -1.45 | 101,101,103,104 0
5 HG A 1879 1/1 0.99 0.14 -1.61 | 109,109,109,109 0
6 SO4 A 1881 5/5 0.98 0.11 -1.65 69,75,76,76 0
3 LEU A 1894 9/9 0.97 0.16 -1.71 41,50,58,60 0
4 ZN D 1877 1/1 0.95 0.11 -1.73 | 142,142,142,142 0
4 ZN A 1877 1/1 0.81 0.06 -2.01 | 117,117,117,117 0
6 SO4 A 1882 5/5 0.96 0.09 -2.59 86,89,92,93 0
6 SO4 A 1886 5/5 0.89 0.26 - 144,144,145,146 0
6 SO4 D 1892 5/5 0.91 0.20 - 135,136,138,138 0
6 SO4 D 1880 5/5 0.92 0.28 - 152,152,153,153 0
6 SO4 A 1885 5/5 0.94 0.12 - 122,122,123,123 0
6 SO4 D 1888 5/5 0.95 0.14 - 153,154,154,154 0
6 SO4 A 1880 5/5 0.87 0.29 - 148,148,149,149 0
6 SO4 A 1884 5/5 0.95 0.13 - 95,96,98,98 0
6 | SO4 | A | 1883| 5/5 0.93 | 0.11 T [ 132,133,134,134 | 0
6 | S04 | D | 1884| 5/5 0.97 | 0.08 T [ 119,119,121,121 | 0
6 SO4 A 1888 5/5 0.92 0.24 - 146,147,147,148 0
6 SO4 D 1886 5/5 0.86 0.21 - 133,135,136,136 0
6 SO4 D 1883 5/5 0.89 0.19 - 140,140,141,142 0
6 SO4 D 1890 5/5 0.88 0.40 - 153,153,154,155 0
6 SO4 A 1887 5/5 0.96 0.13 - 113,114,115,116 0
6 | S04 | D |1885| 5/5 0.79 | 0.24 | - | 143,145,146,146 | 0
6 SO4 D 1887 5/5 0.96 0.12 - 103,104,105,106 0
6 SO4 D 1891 5/5 0.95 0.10 - 112,113,115,115 0
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6.5 Other polymers (i)

There are no such residues in this entry.
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