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1 Overall quality at a glance (i)

The reported resolution of this entry is 2.80 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 NN e 0.225
Clashscore N | . 17
Ramachandran outliers I [Jo— 0.4%
Sidechain outliers 0 D 11.6%
RSRZ outliers I I 3.0%
Worse Better

0 Percentile relative to all X-ray structures

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

Motric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Riree 66092 1799 (2.80-2.80)
Clashscore 79885 2295 (2.80-2.80)
Ramachandran outliers 78287 2252 (2.80-2.80)
Sidechain outliers 78261 2254 (2.80-2.80)
RSRZ outliers 66119 1802 (2.80-2.80)

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
990
990
21
21

30 I

30

| wol po| b = =
| O | Q| 9| =

The following table lists non-polymeric compounds that are outliers for geometric or electron-
density-fit criteria:

Mol | Type | Chain | Res | Geometry | Electron density
5 DIO A 3014 - X
5 DIO A 3015 - X
5 DIO B 3015 - X
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2 Entry composition (i)

There are 6 unique types of molecules in this entry. The entry contains 16597 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 INSULIN-DEGRADING ENZYME.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
L A 959 7781 5013 1307 1439 22 0 y !
Total C N O S
1 B 955 7790 5019 1308 1441 22 0 0 1
There are 28 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 110 LEU CYS | ENGINEERED MUTATION | UNP P14735
A 111 GLN GLU | ENGINEERED MUTATION | UNP P14735
A 171 SER CYS | ENGINEERED MUTATION | UNP P14735
A 178 ALA CYS | ENGINEERED MUTATION | UNP P14735
A 257 VAL CYS | ENGINEERED MUTATION | UNP P14735
A 414 LEU CYS | ENGINEERED MUTATION | UNP P14735
A 573 ASN CYS | ENGINEERED MUTATION | UNP P14735
A 590 SER CYS | ENGINEERED MUTATION | UNP P14735
A 789 SER CYS | ENGINEERED MUTATION | UNP P14735
A 812 ALA CYS | ENGINEERED MUTATION | UNP P14735
A 819 ALA CYS | ENGINEERED MUTATION | UNP P14735
A 904 SER CYS | ENGINEERED MUTATION | UNP P14735
A 966 ASN CYS | ENGINEERED MUTATION | UNP P14735
A 974 ALA CYS | ENGINEERED MUTATION | UNP P14735
B 110 LEU CYS | ENGINEERED MUTATION | UNP P14735
B 111 GLN GLU | ENGINEERED MUTATION | UNP P14735
B 171 SER CYS | ENGINEERED MUTATION | UNP P14735
B 178 ALA CYS | ENGINEERED MUTATION | UNP P14735
B 257 VAL CYS | ENGINEERED MUTATION | UNP P14735
B 414 LEU CYS | ENGINEERED MUTATION | UNP P14735
B 573 ASN CYS | ENGINEERED MUTATION | UNP P14735
B 590 SER CYS | ENGINEERED MUTATION | UNP P14735
B 789 SER CYS | ENGINEERED MUTATION | UNP P14735
B 812 ALA CYS | ENGINEERED MUTATION | UNP P14735
B 819 ALA CYS | ENGINEERED MUTATION | UNP P14735

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

Chain | Residue | Modelled | Actual Comment Reference
B 904 SER CYS ENGINEERED MUTATION | UNP P14735
B 966 ASN CYS ENGINEERED MUTATION | UNP P14735
B 974 ALA CYS ENGINEERED MUTATION | UNP P14735
e Molecule 2 is a protein called INSULIN A CHAIN.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 C 21 155 95 24 32 4 0 0 1
Total C N O S
2 k 21 155 95 24 32 4 0 0 1
e Molecule 3 is a protein called INSULIN B CHAIN.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3 b 20 153 99 26 26 2 0 0 0
Total C N O S
3 F 20 153 99 26 26 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Zn
4 B 1 1 1 0 0
4 A 1 Toltal Zln 0 0

e Molecule 5 is 1,4-DIETHYLENE DIOXIDE (three-letter code: DIO) (formula: C4HgO,).
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O
Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 A 1 Togal S (2) 0 0
5 A 1 Togal Ef c2) 0 0
5 A 1 Togal Ef c2) 0 0
5 A 1 Togal Sf c2) 0 0
5 B 1 Togal Sf (2) 0 0
5 B 1 Togal Ef (2) 0 0
5 B 1 Togal Ef (2) 0 0
5 | B 1 foral €0 0 0
e Molecule 6 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 | A g | O 0 0
6 | B w63 | O 0 0
6 | C 3 foral O 0 0
6 D 2 TOQtal (2) 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc
Total O
6 E 1 1 1 0
Total O
6 F 2 9 9 0
$PDe
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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: INSULIN-DEGRADING ENZYME

Page 7
Chain A:

8TTL 1 | oured 1€51 1991 [ | — | og6L
[ | 1021 9TEL i | ogsd 1 0ELH 6263 °
HITT 00zy | gqren 6251 8v9N 62L1 €281 8261
| ETTH 66TM HTEA STHI I 1 82L1 [ | 126k ® 0707d
TTTH 1 I I HoN LTy L1849 [ | [ |
TTTD 96TN 9251 €N [ | | o188 $26d 20071
0TT1T S6TH TTEY cThd | gzed %91 YTLH g18I [ | | 900Td
| 60Td $6TA 5251 1 [ | oz6Y 50074
80TH £6TN €2y 6£9d 0181 [ | [ |
[ | zesd 8£9h [ | $06S 3661
€071 £08) yIv1 129 1 611 1084 [ | | weeN |
1 1 €173 1 zE9 [ | 9081 868 €660
8621 (430} 2,150 T STLd 508N | l68d [ |
66a L6TH 1 1 0£9S L BT $08d 9683 886
I 181a 96zd 50 (410 6291 e £08S [ | [ |
1 s6ca . CoTey wmm; [49%¢ 208L 1681 $86d
965 $8IN 62 0T8T [ 11 | 1088 | oesv | | esev
| g6n | esTA 1 1 %291 01Ld | oosd | 6881 z86h
%61 z81d 162H 0073 1080 60LT 661 [ ] 186S
€6H :m:_ 1 1 1 86.0 wme °
z6A 18¢d P6EH €058 f | 6L
[ | s.1a | o8zd €6EH 1 500 96.0 £88h
68Y $L1d 3821 1 6670 | 04T S6LK
[ | €LTT 68€a BTV £0LY | 6LA
9.1 zLTd | gged 1 | zosa €6.L1
— 18 L09& T0LY [ ] G817
$.21 1 1 [ | 98.H $.81
999 z8ed £09S S69M I [ |
394 Z9T1 1884 | zosa [ | 1.8
[ | 1 1 98vd ﬂmox T69L €8N 0481
z94 6314 9924 0,84 3874 | 069W 28 | 698L
I 8511 1 | 69gD | w8%s 1691 6891 Lot 8981
LSTH z9zd 89€Y £8v) | 96SA | 8891 08.b 1981
654 I 1 L9EV 1 mmm,_ 1894 [ |
| 8ad 6521 99€9 SLHN vLLM
= $3TS | ssTA 1 1 2651 —
[ | €9TA 15T 8991 1 €961
ST zq1a 19D | L9%A 68SH 0420 838% | c9ed
£SH 1674 09€EA 9971 | 8881 8.9d | 69Ln | sIH 7964
| esn 0STA 65€T 185d 89,4 958d | o096y |
189 6%TA 6£2h 1 1 194 gg8d 6361
08T | 8YIN 8eTy 95EA 583 | 8s6A
. evu LHTL LETA 1 2854 €581 1S6H
8v) 1 9gza 6ved €194 zs8s [ |
1%1 £71S 1 I 85vd TLON €921 [ | $96A
| TeiL [ttt 1 TL9N [ | 1v84 £56)
THTd 1 9vET 8571 SLSN |01 09.d 9%81 TS6H
oV TV ogzd 1 25129 ¥.91 6998 651 | av8y 1964
| BEIN I LE€T €573 1 899Y 85.1 H58h [ |
8ETS 1 | zewy 5950 L99H |82 €781 SH6Y
| le18 L22d 62EN 1871 1 [ | 953 [4%h) [ |
9£TH | sees | 0svT 6551 %994 [ | 98N 0v64
1 LTEN 6% 855) [ | TSLH 0%8Y [ |
€11 | ozex | svva | 1 1991 1824 | eesu 1£61
0£Td zTTN SzEA Lvva [N — [ | 8£8Y | 9g6T |
1 245 VP11 1 ovLa [ | 3£6a
12N 1 1 0%51 9591 [ | T€8K . veed
)43 1280 LEVT 1 [ | THIN [ | ££6)
0T Ty 1 1 9e5d £59d — 8z8h | zeel
LTI 9023 8Ted 1 | zg9d Leed 761

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W

e Molecule 1: INSULIN-DEGRADING ENZYME

Chain B: &


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

2WC0

wwPDB X-ray Structure Validation Summary Report

[
©
<
I<

Page 8

4258

-

0TTT

T0Td
00Td

Ll

¥61
€6H

T6a
06T

88Y

98S

78a

3

9.1

cLd

894
197

654

i

TSN

0SI

LvI

EVN

TETT

921d

vera
€T
2cid

Ll

9111

8824

S8C1

28¢N

8.LCTA

T.L2A

912S

¥1ed
€TCH

90231

€19
60%M
T0%1
€6EH
68€d
88€H
L8EA
98€H
vLET
TLEW
89¢Y

S9€d

€90
29€D

6GET

9GEA

67€d

9veT

Tved

LEET

SEED

-

€EEX

00SA

86%L

v6va

i

067
6871
88¥)

9874
78%S

T87A

BLYY

SLVN

cLvd

99¥N

29%a
T9%d

6574

9S¥T
SG7T

~ o
2 o)
IHIEI

)
=

-3

& &
X -

EEVA

TePY

62%Y
8cvd

3

YTvd

ST¥Y

S6ST

06SS
68SH
8891
18Sd

1

€8SV

Poksich

GLSN

¢eSd

prac)s

%291

¢esd
1293

6891

789X
€89
89V
T89H

6.L9H
8.9d

€L94
CTLON

0491
6998

LI
993
8594

LS9%
@® 9594

7991
€593

679N

Ty91

SEON
VE9R

TEMN

0291

L1798

+

609X

209a
T09%
00971

i

*
i

09.d

8G.L7T

LyLQ

TYLN

8ELY
LELY

Ll
i

6TL1T

ETLY

0TLd

60LT

L6931

188V

LL8W

€8S
TL8)

6981

1981

2984

0983

84984

Leg8d

jZ4°t
€281

818d

S18I

0181

084

€088

66.LH

T6.LI

88LN

98.H

€96

T964
096V

LS6H

vs6n

TG64

svev

(47438

0764

9€61

veed
€E6N

0€6L

LT6K

ST60
7160

606D

9063

668)1

11

® TT0TH

e o101d |
600TH
800TA

50074

6663

1
9661
S66H

1868

INSULIN A CHAIN

e Molecule 2
Chain C

sb
vd

CI
0

INSULIN A CHAIN

e Molecule 2
Chain E

e Molecule 3
Chain D

INSULIN B CHAIN

0zd
6TA

8IN

O

R LDWIDE
PROTEIN DATA BANK

W



Page 9 wwPDB X-ray Structure Validation Summary Report 2WCO0

e Molecule 3: INSULIN B CHAIN
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4 Data and refinement statistics (i)
Property Value Source
Space group P 65 Depositor
Cell constants 263.17TA  263.17TA  90.88A .
Depositor
a, b, c,a, 3,y 90.00° 90.00°  120.00°
: 29.85 — 2.80 Depositor
Resolution (4) 20.85 — 2.80 EDS
% Data completeness 99.7 (29.85-2.80) Depositor
(in resolution range) 99.7 (29.85-2.80) EDS
Rinerge 0.13 Depositor
Reym (Not available) Depositor
<I/o(l)>" 3.36 (at 2.80A) Xtriage
Refinement program REFMAC 5.2.0019 Depositor
R R 0.170 , 0.220 Depositor
» Hifree 0.181 , 0.225 DCC
Rree test set 4422 reflections (5.27%) DCC
Wilson B-factor (A2) 48.1 Xtriage
Anisotropy 0.089 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.39 , 28.6 EDS
Estimated twinning fraction 0.026 for h,-h-k,-1 Xtriage
L-test for twinning <|L|>=049, < L*>=10.32 Xtriage
Outliers 0 of 88359 reflections Xtriage
F,F. correlation 0.94 EDS
Total number of atoms 16597 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 1.76% 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)

Bond lengths and bond angles in the following residue types are not validated in this section: ZN,
DIO

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 | by /g7 #|Z| >5 RMSZ #|Z| >5

1 A 1.48 53/7973 (0.7%) 1.27 | 51/10784 (0.5%)

1 B 1.37 | 27/7985 (0.3%) 1.24 | 42/10805 (0.4%)

2 C 1.33 0/156 1.41 2/211 (0.9%)

2 E 1.10 1/156 (0.6%) 1.41 2/211 (0.9%)

3 D 1.66 0/156 1.68 5/211 (2.4%)

3 F 1.38 1/156 (0.6%) 2.00 8/211 (3.8%)
All All 1.42 | 82/16582 (0.5%) | 1.27 | 110/22433 (0.5%)

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
3 D 1 2
All All 1 3

The worst 5 of 82 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 A 367 | ALA | CA-CB | -9.07 1.33 1.52
1 A 871 | GLU | CG-CD | 9.06 1.65 1.51
1 A 189 | GLU | CD-OE1 | 8.43 1.34 1.25
1 B 189 | GLU | CG-CD | 8.25 1.64 1.51
1 A 458 | GLU | CB-CG | -8.25 1.36 1.52

The worst 5 of 110 bond angle outliers are listed below:


http://wwpdb.org/ValidationPDFNotes.html#h.nix4wpqb51w3
http://wwpdb.org/ValidationPDFNotes.html#h.qvc5tbdzdm7o

Page 12 wwPDB X-ray Structure Validation Summary Report 2WCO0
Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 B 674 | ARG | NE-CZ-NH1 | 16.35 128.47 120.30
3 F 1 PHE N-CA-C -14.93 70.69 111.00
1 A 586 | ASP | CB-CG-OD1 | 13.06 130.05 118.30
1 B 460 | ARG | NE-CZ-NH1 | -11.26 114.67 120.30
3 F 2 VAL N-CA-CB -11.24 86.78 111.50

All (1) chirality outliers are listed below:

Mol | Chain

Res

Type

Atom

3 D

14

ALA

CA

All (3) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 1010 | PRO | Peptide
3 D 2 VAL | Peptide
3 D 3 ASN | Peptide

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 7781 0 7719 242 0
1 B 7790 0 7719 272 0
2 C 155 0 143 29 0
2 E 155 0 143 39 0
3 D 153 0 149 8 0
3 F 153 0 149 20 0
4 A 1 0 0 0 0
4 B 1 0 0 0 0
) A 24 0 32 1 0
) B 24 0 32 0
6 A 189 0 0 43 0
6 B 163 0 0 27 0
6 C 3 0 0 1 0
6 D 2 0 0 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
6 E 1 0 0 0 0
6 F 2 0 0 1 0
All All 16597 0 16086 551 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 17.

The worst 5 of 551 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:B:597:LEU:HA | 6:B:2095:HOH:O 1.17 1.33
1:B:361:GLY:O 2:E:2:1LE:HA 1.29 1.24
6:A:2116:HOH:O | 2:C:2:ILE:HG22 1.24 1.24
1:B:736:GLN:HB2 | 6:B:2123:HOH:O 1.07 1.23
1:A:243:LYS:HG3 | 6:A:2041:HOH:O 1.38 1.21

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 945/990 (96%) | 882 (93%) | 60 (6%) | 3 (0%) 50 |84
1 B 951/990 (96%) | 896 (94%) | 51 (5%) | 4 (0%) 43 |80
2 C 19/21 (90%) | 17 (90%) | 2 (10%) 0 [100] [100]
2 E 19/21 (90%) 15 (79%) | 4 (21%) 0 |
3 D 18/30 (60%) 16 (89%) | 2 (11%) 0 |
3 F 18/30 (60%) 17 (94%) | 1 (6%) 0 |
All | ALl | 1970/2082 (95%) | 1843 (94%) | 120 (6%) | 7 (0%)

5 of 7 Ramachandran outliers are listed below:
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Mol | Chain | Res | Type
1 B 45 PRO
1 A 1011 HIS
1 B 295 GLU
1 B 751 GLU
1 A 488 LYS

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 846/879 (96%) 755 (89%) | 91 (11%)
1 B 846/879 (96%) 752 (89%) | 94 (11%)
2 C 19/20 (95%) 15 (79%) 4 (21%)
2 E 19/20 (95%) 13 (68%) 6 (32%)
3 D 17/26 (65%) 12 (71%) 5 (29%)
3 F 17/26 (65%) 13 (76%) 4 (24%)
All All 1764/1850 (95%) | 1560 (88%) | 204 (12%)

5 of 204 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 B 65 ARG
1 B 282 ASN
2 C 19 TYR
1 B 76 LEU
1 B 158 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 69 such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 883 GLN
1 B 111 GLN
1 B 957 HIS
1 A 957 HIS
1 B 52 ASN
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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)

Of 10 ligands modelled in this entry, 2 are monoatomic - leaving 8 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 | | " RMs7 g#|Zy > 2 | Counts | RMSZ i #|Z| > 2
5 DIO A 3013 - 6,6,6 0.53 0 6,6,6 1.25 1 (16%)
5 DIO A 3014 - 6,6,6 0.64 0 6,6,6 0.47 0
5 DIO A 3015 - 6,6,6 0.61 0 6,6,6 1.22 1 (16%)
5 DIO A 3016 - 6,6,6 0.45 0 6,6,6 0.94 0
5 DIO B 3013 - 6,6,6 0.64 0 6,6,6 0.91 1 (16%)
5 DIO B 3014 - 6,6,6 0.83 0 6,6,6 1.51 2 (33%)
5 DIO B 3015 - 6,6,6 0.62 0 6,6,6 1.62 1 (16%)
5 DIO B 3016 - 6,6,6 0.59 0 6,6,6 1.19 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. ’-” means
no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
5 DIO A 3013 - - 0/0/6/6 | 0/1/1/1

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
5 DIO A 3014 - - 0/0/6/6 | 0/1/1/1
5 DIO A 3015 - - 0/0/6/6 | 0/1/1/1
5 DIO A 3016 - - 0/0/6/6 | 0/1/1/1
5 DIO B 3013 - - 0/0/6/6 | 0/1/1/1
> DIO B 3014 - - 0/0/6/6 | 0/1/1/1
5 DIO B 3015 - - 0/0/6/6 | 0/1/1/1
5 DIO B 3016 - - 0/0/6/6 | 0/1/1/1

There are no bond length outliers.

The worst 5 of 6 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
5 B 3015 | DIO | C2-01’-C1’ | 2.81 119.48 109.90
5 B 3014 | DIO | C2-01’-C1’ | 2.68 119.06 109.90
5 B 3014 | DIO C2-01-C1 | 2.39 118.05 109.90
5 A 3015 | DIO | C2-01-C1" | 2.31 117.79 109.90
) A 3013 | DIO | C2-01’-C1’ | 2.26 117.60 109.90

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

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 953/990 (96%) -0.55 23,35,51,70 | 0

1 B 955/990 (96%) -0.47 25,41,57,76 | 0

2 C 21/21 (100%) 2.66 34,53,56,57 | 0

2 B 21/21 (100%) 2.89 33,46, 65,67 | 0

3 D 20/30 (66%) 3.19 33,62,73,75| 0

3 F 20/30 (66%) 2.86 43,54,58,59 | 0
All | Al | 1990/2082 (95%) | -0.37 |60 (3%) 48 49 |23,38,56, 76| 0

The worst 5 of 60 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
16 | LEU 6.8
16 | TYR 6.4
14 ALA 6.4
19 | CYS 6.1
19 | CYS 6.1

wo| wo| wof wo| o
livlivliwile!

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.
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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
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 | RSR | LLDF | B-factors(A?) | Q<0.9
5 DIO B 3015 6/6 0.29 5.71 68,73,74,74 0
5 DIO A 3015 6/6 0.31 3.18 69,70,70,71 0
5 DIO A 3014 6/6 0.25 2.61 54,57,59,60 0
4 ZN A 3012 1/1 0.28 1.53 2,222 0
5 DIO B 3016 6/6 0.24 1.22 81,83,84,85 0
5 DIO A 3016 6/6 0.20 0.80 71,72,74,74 0
5 DIO A 3013 6/6 0.17 0.72 61,63,65,66 0
5 DIO B 3013 6/6 0.20 0.67 50,53,54,55 0
4 | ZN B |3012| 1/T | 029 | 0.20 2229 0
5 DIO B 3014 6/6 0.14 | -0.21 64,66,67,67 0

6.5 Other polymers (i)

There are no such residues in this entry.
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