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This is a Full wwPDB X-ray Structure Validation 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 (i) symbol.

The types of validation reports are described at
http://www.wwpdb.org/validation /2017 /FAQs#types.

The following versions of software and data (see references (1)) were used in the production of this report:

MolProbity : 4.02b-467
Mogul : 1.8.5(274361), CSD as541be (2020)

Xtriage (Phenix) : NOT EXECUTED
EDS : NOT EXECUTED
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.36
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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 1.70 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

Clashscore

Ramachandran outliers IIfj

Sidechain outliers

Worse

Percentile Ranks

I Percentile relative to all X-ray structures

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

Value
- 7
I (0%
N 12.3%

Better

Whole archive

Similar resolution

Metric (#Entries) (#Entries, resolution range(A))
Clashscore 141614 4695 (1.70-1.70)
Ramachandran outliers 138981 4610 (1.70-1.70)
Sidechain outliers 138945 4610 (1.70-1.70)

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 of 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%

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 A 398 65% 28% 6% -
1 B 398 70% 21% 8% -
1 C 398 69% 25% 6%
1 D 398 73% 22% 5%
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 12783 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 Methionine gamma-lyase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L A 398 ggtlil 15%7 51§3 522 Pl) 188 0 0 0
L B 398 gg;?l 18%7 51;33 522 Pl) 1S8 0 0 0
L ¢ 398 gg;?l 18%7 51;33 5((32 Pl) 188 0 0 0
Lt b 95| 0 o am e 1 1s 0 ; ;

e Molecule 2 is SULFATE ION (three-letter code: SO4) (formula:

S04
O1

O

03 O-

O

Qo4

02
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O S
2 A 1 5 41 0 0
Total O S
2 B 1 5 41 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O S
2 C 1 5 41 0 0
Total O S
2 D 1 5 41 0 0

e Molecule 3 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 A 165 1105531 125 0 0
3 B 172 Tiog‘l 1(7)2 0 0
3 C 197 Tiogfl 187 0 0
3 D 185 Tlogsl 125 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide 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. 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. 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.

Note EDS was not executed.

e Molecule 1: Methionine gamma-lyase

.
6% -

28%

65%

011D
60TT
8011
L0TA
90T

20Ty

S6S
6L

(44

68D

981

781

8.4

YOI

TOTN

6STd

YSTI

9vIV

EVTT

jaan]
0%TT

LETW
9€1d

YETH
€ETYH

TETN

CTTH

L1TL

3

6EEA

9EES
seed
veeT
€EED

8zed
Lced

4434

6TEN

Ll

LOEN

70ed

C0€T
TOEL
00€X

8821

z6ed
16€0

68ed
€8€1
9.L€71
Sled
vLlen
€LET

69€1

L9EX

vogd
€9€d
29ed

09€L
69€X
85€S

i

97€S

1

(4740

e Molecule 1: Methionine gamma-lyase

8%

21%

70%

Chain B:

TTON

L09A

T091

865M

G698

%891

894

3

69571
89SN
L9ST
9951

79SN

8954
LSSH

%350

1

8%V

SPSA

L

T%Sd
8€5d
GESL

ESh
€ESK

11

TEeSd

£€28a

0zsa

€194

GOSN

£0SD

TOSK

9TLD
STLA

8T.Q

L]
+

80.LS
LOLH

i

0041

989Q

€891

9.9V
GL91

LoV
TLOA

8990

999N

TN

299d
TOoN

L5931

SG94

€990
2594
TS9L

+

9€90d
SEIN

0294

7984

1984

288V
9¥%8s
Sv8d
0%8s
Se8d

0€8N
628N

S28d
v18I
S08d
20871

66.L0

+

T6LA

68LI

€80

9LLT

YLL0

SYLY

i

€vLL

LELD
9€LT

PeLT

LTL8

18871

6981

e Molecule 1: Methionine gamma-lyase

L98X
998H

—
6%

25%

69%

Chain C:

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

207C

Full wwPDB X-ray Structure Validation Report

+

Page 6

L
L

12111
0114

-

9TTTID

YITTA

+
+

2011y

3
3

860TM

S60TS
760T.L

16019

680TD

890TN

T90TH

LSOTH

05074

LY0TV
9%0T1D

€¥0TA

E0TD

T€0Td

LT0TH

€10TY4

TT0TY

800Td

700TS
€00TD

6€CTT
8€TTD

YeTTI

l4an)
STTTA

v1c1s

0TCTL

80CTS

70211
€021a

00211

L

86TT1T

S6TTH
Y6111

L8TIN

€8TTA

08TT1D

+

TLITH

CTLITA

69TTI
8911d

99TTI
€9TIN

2sTTYd
TSTTL

0vIT1
SETTA

CETTT

€GETS
CSETY

0SETH
67ETD

F

0%ETS
B6EETA

YEETT
6CETW
9zeTd

SCETD
YCETY

CTCETI

0ZETD
6TETH
8T€TT
60ETH
90ETH
EO0ETY
66210
06CTH
68CTI

88CT1
18213

1821V
08211

LLTTY
9.2T1

99CTI

9211

Tse1a
0SCTH

9vCTA
SYCTIV

+

9LETT

VLETA
€LETT
CTLETD

0LETS
69€TI

3

€9€Td
29€1d

e Molecule 1

09€TL
6GETA
8GETS
LSETS
9GETH

ine gamma-lyase

1011

Methi

5%

22%

F

73%

Chain D

+

9€91d

2e9T1

9T91D

Y1914

TI9TN

L09TA

L)

S6STS

78311

6LSTD
8.STd

+

¥SSTh

SYSTA
vvard
EVSTA

T7S1d

SESTL

CESTA

9ZSTD

YZSTH

LISTH
9T1GTH

€19T4

80S9Td

SOSTN
70S1S

LOLTH

70LTT

96914

76911

1,974
9L9TV

TLOTD

G99TA
75911

cs91d

6%91d
8¥9T.L

vvot1a

e

S68TY
76811
Nmmﬁa
18811
mwmﬁq
8L8TA
hhmﬁm
vL8TA
€L811
thﬁc
L98TA
998TH
G981V
79814
€9814
29814
098T.L
mmm~>

[4<i:34 4

0S8TH

Z%81H

6E8TA

7€811

0E8TN
628TI

9z8TYd
G281

€28TD

L1814
91814

2181
60810

S08TD
70814

20811

O

R LDWIDE
PROTEIN DATA BANK

W



Page 7

Full wwPDB X-ray Structure Validation Report

4 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section is therefore incomplete.

Property Value Source
Space group P 43 21 2 Depositor
Cell constants 133.13A  133.13A  215.24A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
Resolution (A) 40.00 - 1.70 Depositor
% Data corppleteness (Not available) (40.00-1.70) Depositor
(in resolution range)
Ronerge 0.07 Depositor
Reym (Not available) Depositor
Refinement program X-PLOR 3.851 Depositor
R, Rfree 0.204 , 0.224 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 12783 wwPDB-VP
Average B, all atoms (A?) 22.0 wwPDB-VP
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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: LLP,
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 | pyigy | 417055 | RMSZ | (7] >5
1 A 0.36 0/3051 0.61 1/4139 (0.0%)
1 B 0.36 0/3051 0.63 | 1/4139 (0.0%)
1 C 0.36 0/3051 0.61 1/4139 (0.0%)
1 D 0.36 0/3051 0.61 1/4139 (0.0%)
All All 0.36 0/12204 | 0.62 | 4/16556 (0.0%)

There are no bond length outliers.

All (4) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
1 A 208 | SER | N-CA-C | -5.63 95.79 111.00
1 B 708 | SER | N-CA-C | -5.39 96.46 111.00
1 D 1877 | SER | N-CA-C | -5.38 96.46 111.00
1 C 1208 | SER | N-CA-C | -5.03 97.43 111.00

There are no chirality outliers.

There are no planarity outliers.

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 3011 0 2971 119 0
1 B 3011 0 2967 102 0
1 C 3011 0 2967 120 0

WO RLDWIDE
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Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 D 3011 0 2968 95 0
2 A D 0 0 0 0
2 B d 0 0 0 0
2 C d 0 0 1 0
2 D d 0 0 0 0
3 A 165 0 0 8 0
3 B 172 0 0 8 0
3 C 197 0 0 9 0
3 D 185 0 0 5 0

All All 12783 0 11873 411 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 17.

All (411) 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:A:29:VAL:HB 1:D:1535: THR:HG22 1.15 1.07
1:B:663:ASN:HD22 1:B:663:ASN:H 1.07 1.01
1:C:1003:GLY:HA2 1:C:1013:ARG:HG2 1.44 0.97
1:D:1507:LEU:HB2 1:D:1508:PRO:HD3 1.50 0.94
1:B:533:TYR:HB3 3:B:993:HOH:O 1.68 0.93
1:D:1542: THR:HG22 1:D:1545:TYR:H 1.41 0.86
1:C:1043:VAL:H 1:D:1830:ASN:HD21 1.24 0.84
1:C:1061:ARG:NH2 1:D:1616:CYS:SG 2.50 0.84
1:C:1061:ARG:HG3 1:C:1246:VAL:CG2 2.07 0.83
1:C:1211:LLP:HD3 | 1:C:1341:LEU:HD13 1.58 0.83
1:A:43:VAL:H 1:B:830:ASN:HD21 1.23 0.83
1:A:29:VAL:HB 1:D:1535: THR:CG2 2.07 0.82
1:B:663:ASN:H 1:B:663:ASN:ND2 1.78 0.81
1:C:1219:ILE:HD11 1:C:1251:ASP:HA 1.64 0.80
1:B:666:MET:H 1:B:799:GLN:HE22 1.29 0.80
1:B:663:ASN:HD22 1:B:663:ASN:N 1.78 0.79
1:C:1276:LEU:HB2 3:C:1585:HOH:O 1.81 0.79
1:C:1166:MET:H 1:C:1299:GLN:HE22 1.30 0.78
3:A:526:HOH:O 1:D:1522:GLN:HG3 1.81 0.78
1:B:863:GLU:HA 1:B:866:HIS:HB3 1.65 0.78
1:B:860: THR:C 1:B:862:GLU:H 1.86 0.78
1:C:1243: THR:OG1 1:D:1743: THR:HA 1.83 0.77
1:C:1095:SER:O 1:C:1099: THR:HG23 1.86 0.75
1:B:535:THR:HG22 3:B:993:HOH:O 1.86 0.75
Continued on next page...
grbB
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:A:33:TYR:H 1:A:66:THR:HG21 1.52 0.74
1:A:93:ILE:HG13 1:A:94:THR:N 2.01 0.74
1:B:894:LEU:HB3 1:B:895:LYS:HZ2 1.53 0.74
1:A:239:LEU:O 1:A:240:LYS:HB3 1.88 0.73
1:A:99:THR:HG21 1:A:234:ILE:HA 1.70 0.73
1:A:33:TYR:H 1:A:66:THR:CG2 2.01 0.73
1:C:1277:ALA:HB3 3:C:1403:HOH:O 1.87 0.73
1:D:1501:MET:N 1:D:1516:HIS:HB3 2.04 0.72
1:A:110:GLY:O 1:A:134:HIS:HD?2 1.72 0.72
1:B:502:HIS:HB2 1:D:1834:LEU:HD13 1.70 0.72
1:A:3:GLY:O 1:A:13:ARG:HG2 1.90 0.72
1:D:1812:GLY:O 1:D:1878:VAL:HG12 1.89 0.71
1:C:1219:ILE:HD12 | 1:C:1254:LEU:HD23 1.73 0.71
1:A:5:ASN:N 1:A:5:ASN:HD22 1.89 0.71
1:C:1061:ARG:HG3 | 1:C:1246:VAL:HG21 1.71 0.71
1:A:302:LEU:HA 1:A:305:GLN:HG3 1.73 0.70
1:C:1093:ILE:HG13 1:C:1094: THR:N 2.06 0.70
1:C:1276:LEU:HD22 3:C:1585:HOH:O 1.92 0.70
1:D:1773:ALA:HB2 | 1:D:1878:VAL:HG11 1.74 0.69
1:D:1738:GLY:O 1:D:1742:MET:O 2.11 0.69
1:A:111:ASN:ND2 1:A:136:ASP:HA 2.07 0.69
1:B:891:GLN:HE21 1:B:891:GLN:HA 1.57 0.69
1:B:620:PHE:CZ 1:B:625:1LE:HG12 2.28 0.69
1:D:1595:SER.:O 1:D:1599: THR:HG23 1.92 0.69
1:D:1504:SER:HB2 1:D:1517:HIS:CD2 2.27 0.68
1:A:2:HIS:HB2 1:C:1334:LEU:HD13 1.74 0.68
1:C:1166:MET:CE 1:C:1303:ALA:HA 2.24 0.68
1:B:599: THR:HG21 1:B:734:1LE:HA 1.75 0.67
1:B:666:MET:H 1:B:799:GLN:NE2 1.90 0.67
1:C:1329:MET:HE3 1:C:1374:VAL:HB 1.76 0.67
1:D:1542: THR:HG22 1:D:1545: TYR:N 2.10 0.67
1:C:1001:MET:HA 1:C:1008:PRO:HG3 1.77 0.67
1:C:1114:TYR:HB3 1:C:1117:THR:CG2 2.25 0.66
1:C:1114:TYR:HB3 | 1:C:1117:THR:HG23 1.76 0.66
1:A:95:SER:O 1:A:99:THR:HG23 1.96 0.66
1:C:1370:SER:HB3 1:C:1373:LEU:HB2 1.77 0.65
1:C:1276:LEU:O 1:C:1280:LEU:HD23 1.95 0.65
1:C:1121:LEU:HD23 1:C:1125:ILE:CD1 2.27 0.65
3:C:1444:HOH:O 1:D:1720: THR:HG23 1.97 0.65
1:D:1542: THR:HG23 1:D:1544:GLU:H 1.62 0.65
1:B:507:LEU:O 1:B:507:LEU:HD23 1.97 0.65

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:C:1166:MET:HE1 1:C:1303:ALA:HA 1.78 0.65
1:C:1169:ILE:H 1:C:1306:GLN:HE22 1.45 0.65
1:D:1507:LEU:HB2 1:D:1508:PRO:CD 2.26 0.65
1:B:774:GLN:HG2 3:B:909:HOH:O 1.97 0.65
1:C:1121:LEU:HA 1:C:1125:ILE:HD12 1.77 0.64
1:D:1517:HIS:O 1:D:1573:ARG:HD3 1.97 0.64
1:B:860: THR:O 1:B:862:GLU:N 2.30 0.64
1:D:1542: THR:CG2 1:D:1545:TYR:H 2.11 0.64
1:D:1711:LLP:HD3 1:D:1841:LEU:HG 1.80 0.64
3:A:427:HOH:O 1:D:1535: THR:HG23 1.97 0.63
1:B:894:LEU:HB3 1:B:895:LYS:NZ 2.12 0.63
1:D:1542: THR:HG23 1:D:1544:GLU:N 2.13 0.63
1:C:1099:THR:HG21 1:C:1234:ILE:HA 1.80 0.62
1:A:263:ASN:H 1:A:263:ASN:HD22 1.45 0.62
1:C:1089:GLY:O 1:C:1093:ILE:HG23 2.00 0.62
1:A:29:VAL:CB 1:D:1535: THR:HG22 2.10 0.61
1:C:1117:THR:HG21 3:C:1460:HOH:O 2.00 0.61
1:A:108:LEU:HD23 1:A:133:ARG:HB3 1.80 0.61
1:A:109:LEU:HB2 1:A:134:HIS:CD2 2.36 0.60
1:D:1504:SER:HA 1:D:1513:ARG:HD3 1.84 0.60
1:A:29:VAL:O 1:D:1535: THR:HG21 1.99 0.60
1:A:250:HIS:HD2 1:A:251:ASP:0OD2 1.84 0.60
1:A:239:LEU:O 1:A:240:LYS:CB 2.49 0.60
1:B:867:TYR:HB3 1:B:869:ILE:CD1 2.31 0.60
1:D:1599: THR:HG21 1:D:1734:1ILE:HA 1.83 0.60
1:C:1135:VAL:HG21 | 1:C:1143:LEU:HD23 1.83 0.60
1:C:1219:ILE:CD1 1:C:1254:LEU:HD23 2.32 0.59
1:D:1504:SER:C 1:D:1506:LYS:H 2.04 0.59
1:A:345:GLU:HG3 1:C:1028:LEU:HD11 1.84 0.59
1:C:1098: TRP:CZ3 1:C:1125:ILE:HG23 2.38 0.59
1:C:1243: THR:CG2 1:C:1245:ALA:H 2.15 0.59
1:A:111:ASN:HD22 1:A:136:ASP:HA 1.67 0.59
1:B:598:TRP:CZ3 1:B:625:ILE:HG23 2.37 0.58
1:D:1524:HIS:HD2 3:D:2034:HOH:O 1.85 0.58
1:A:339:VAL:HG22 3:B:936:HOH:O 2.04 0.58
1:B:655:TYR:CD1 1:B:684:VAL:HG22 2.39 0.58
1:B:704:LEU:HD12 1:B:726:GLY:HA3 1.85 0.58
1:C:1121:LEU:HA 1:C:1125:ILE:CD1 2.33 0.58
1:A:108:LEU:HD21 1:A:133:ARG:HH21 1.68 0.58
1:A:211:LLP:HD3 1:A:341:LEU:HG 1.84 0.58
1:B:601:LEU:HD21 1:B:653:VAL:HG13 1.86 0.58

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:863:GLU:OE2 1:B:867:TYR:HB2 2.04 0.58
1:D:1595:SER:O 1:D:1599: THR:CG2 2.51 0.58
1:D:1860: THR:H 1:D:1863:GLU:HB2 1.69 0.58
1:C:1166:MET:H 1:C:1299:GLN:NE2 1.99 0.57
1:B:727:SER:OG 1:B:730:LEU:HB2 2.05 0.57
1:A:143:LEU:HD23 1:A:175:1LE:HD12 1.87 0.57
1:B:595:SER:O 1:B:599: THR:CG2 2.53 0.57
1:A:108:LEU:CD2 1:A:133:ARG:HB3 2.35 0.56
1:A:48:ALA:CB 1:A:54:GLN:HB2 2.35 0.56
1:B:599: THR:HB 1:B:737:GLN:HG2 1.86 0.56
1:B:608:LEU:HD22 1:B:651: THR:HG21 1.86 0.56
1:A:283:LEU:HB3 1:A:317:GLU:HG3 1.87 0.56
1:A:359:TYR:HB2 1:A:364:ARG:HG3 1.87 0.56
1:A:389:ASP:O 1:A:392:GLN:HG3 2.05 0.56
1:C:1360: THR:0OG1 1:C:1362:GLU:HG2 2.06 0.56
1:A:322:ILE:HG13 3:A:559:HOH:O 2.06 0.56
1:B:768:ARG:NH1 3:B:988:HOH:O 2.36 0.56
1:B:867:TYR:HB3 1:B:869:ILE:HD11 1.88 0.56
1:A:3:GLY:HA2 1:A:13:ARG:HG2 1.88 0.56
1:C:1290:HIS:HD2 3:C:1466:HOH:O 1.88 0.56
1:A:110:GLY:O 1:A:134:HIS:CD2 2.57 0.55
1:A:154:ILE:HD12 1:A:176:ALA:HB2 1.88 0.55
1:B:668:ASP:O 1:B:672:VAL:HG13 2.06 0.55
1:B:860: THR:C 1:B:862:GLU:N 2.54 0.55
1:C:1285:GLN:H 1:C:1285:GLN:HE21 1.54 0.55
1:C:1262:.LEU:HD22 | 1:C:1266:MET:HG2 1.89 0.55
1:A:327:ARG:NH2 1:A:397:SER:O 2.40 0.55
1:B:676:ALA:HB3 1:B:677:ARG:HH21 1.72 0.55
1:D:1504:SER:C 1:D:1506:LYS:N 2.59 0.55
1:B:570:LEU:HD21 1:B:755:LEU:HD13 1.88 0.55
1:C:1003:GLY:CA 1:C:1013:ARG:HG2 2.28 0.55
1:C:1108:LEU:HD22 | 1:C:1151:THR:HG21 1.88 0.55
1:A:78:GLU:HG2 1:A:192:PRO:HB3 1.88 0.54
1:B:548:ALA:CB 1:B:554:GLN:HB2 2.37 0.54
1:C:1204:LEU:HD23 | 1:C:1226:GLY:HA3 1.87 0.54
1:D:1839:VAL:O 1:D:1840:SER:CB 2.55 0.54
1:B:675:ILE:HA 1:B:678:LYS:HE3 1.90 0.54
1:C:1002:HIS:O 1:C:1017:HIS:HA 2.07 0.54
1:C:1091:GLY:HA2 1:D:1743:THR:O 2.08 0.54
1:A:78:GLU:OE2 1:A:207:HIS:HE1 1.91 0.54
1:B:607:VAL:HG22 1:B:609:LEU:HD13 1.89 0.54
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:A:32:VAL:HB 1:D:1532:VAL:HG12 1.89 0.53
1:A:300: TYR:O 1:A:304:ARG:HG2 2.08 0.53
1:C:1320:GLY:HA3 1:C:1324:ALA:HB2 1.90 0.53
1:C:1011:ALA:O 1:C:1015:ILE:HG23 2.09 0.53
1:A:78:GLU:OE2 1:A:207:HIS:CE1 2.61 0.53
1:C:1194:LEU:HD22 | 1:C:1309:GLN:HB2 1.90 0.53
1:A:8:PRO:O 1:A:13:ARG:HD3 2.09 0.53
1:C:1047:ALA:HA 1:C:1050:PHE:HD1 1.73 0.53
1:D:1504:SER.:O 1:D:1507:LEU:HG 2.08 0.53
1:D:1677:ARG:HA 1:D:1677:ARG:NE 2.23 0.53
1:D:1694:LEU:HD22 | 1:D:1809:GLN:HB2 1.91 0.53
1:D:1778:GLU:O 1:D:1782:ARG:HG3 2.09 0.53
1:A:135:VAL:HG23 1:A:137:-MET:CE 2.39 0.52
1:B:548:ALA:HB1 1:B:554:GLN:HB2 1.90 0.52
1:B:860: THR:OG1 1:B:862:GLU:HG2 2.09 0.52
1:C:1169:ILE:H 1:C:1306:GLN:NE2 2.07 0.52
1:A:48:ALA:HB1 1:A:54:GLN:HB2 1.90 0.52
1:A:339:VAL:O 1:A:340:SER:CB 2.58 0.52
1:D:1696:ARG:NH2 3:D:2043:HOH:O 2.42 0.52
1:D:1816:PHE:CE1 | 1:D:1874:VAL:HG22 2.44 0.52
1:B:608:LEU:HD22 1:B:651: THR:CG2 2.39 0.52
1:A:238:GLY:O 1:A:243: THR:HB 2.10 0.52
1:B:502:HIS:CB 1:D:1834:LEU:HD13 2.39 0.52
1:C:1120:PHE:CZ 1:C:1125:ILE:HG12 2.44 0.52
1:C:1168:ASP:0O 1:C:1172:VAL:HG13 2.09 0.52
1:C:1395:LYS:HD3 1:C:1395:LYS:N 2.25 0.52
1:D:1507:LEU:CB 1:D:1508:PRO:HD3 2.32 0.52
1:D:1601:LEU:HD21 | 1:D:1607:VAL:HG21 1.90 0.52
1:D:1578:GLU:OE1 1:D:1707:HIS:HE1 1.92 0.52
1:B:863:GLU:O 1:B:863:GLU:HG3 2.09 0.52
1:C:1250:HIS:HD2 1:C:1251:ASP:0OD2 1.93 0.52
1:D:1821:GLY:HA2 1:D:1872:GLY:HA3 1.91 0.52
1:B:663:ASN:ND2 1:B:663:ASN:N 2.45 0.52
1:B:743: THR:HG22 1:B:745:ALA:HB2 1.92 0.52
1:B:862:GLU:CG 1:B:863:GLU:H 2.21 0.51
1:A:229:ALA:O 1:A:233:ARG:HG3 2.11 0.51
1:A:3:GLY:HA2 1:A:13:ARG:CG 2.41 0.51
1:A:34:GLN:HG3 1:B:718:ASP:O 2.11 0.51
1:B:538:PHE:HB2 1:B:558:PHE:HA 1.92 0.51
1:D:1641:GLN:H 1:D:1641:GLN:NE2 2.09 0.51
1:C:1114:TYR:CE2 1:C:1116:CYS:HB2 2.45 0.51
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:705:VAL:HG23 1:B:725:VAL:HB 1.93 0.51
1:D:1865:ALA:C 1:D:1867: TYR:H 2.14 0.50
1:B:768:ARG:NH?2 3:B:1072:HOH:O 2.39 0.50
1:C:1166:MET:HE2 1:C:1303:ALA:HA 1.93 0.50
1:A:122:HIS:NE2 1:A:134:HIS:HE1 2.09 0.50
1:A:133:ARG:NH2 1:A:146:ALA:O 2.45 0.50
1:B:501:MET:HA 1:B:501:MET:CE 2.42 0.50
1:C:1285:GLN:H 1:C:1285:GLN:NE2 2.09 0.50
1:C:1287:GLU:HB2 1:C:1319:LYS:HG2 1.92 0.50
1:B:673:ALA:O 1:B:677:ARG:NE 2.45 0.50
1:B:705:VAL:CG2 1:B:725:VAL:HB 2.42 0.50
1:B:502:HIS:HB2 1:D:1834:LEU:CD1 2.41 0.50
1:B:611:ASN:OD1 1:B:636:ASP:HA 2.11 0.50
1:B:557:HIS:HE1 1:B:568:ASN:ND2 2.09 0.50
1:B:891:GLN:HE21 1:B:891:GLN:CA 2.23 0.50
1:C:1200:LEU:HD11 | 1:C:1306:GLN:HG2 1.94 0.50
1:D:1716:HIS:HB2 3:D:2059:HOH:O 2.11 0.50
1:C:1349:GLN:NE2 3:C:1532:HOH:O 2.44 0.50
1:D:1648: THR:HB 1:D:1649:PRO:HD2 1.94 0.50
1:A:360: THR:OG1 1:A:363:GLU:HG3 2.12 0.50
1:A:213:LEU:HB3 1:A:255:LEU:HD11 1.93 0.49
1:C:1243: THR:HG23 1:C:1245:ALA:H 1.77 0.49
1:C:1243: THR:HG23 1:C:1245:ALA:CB 2.42 0.49
1:D:1578:GLU:OE1 1:D:1707:HIS:CE1 2.66 0.49
1:B:711:LLP:HD3 1:B:841:LEU:HG 1.94 0.49
1:D:1541:PRO:HD2 1:D:1545:TYR:CD1 2.47 0.49
1:D:1601:LEU:HD11 | 1:D:1653:VAL:HG13 1.94 0.49
1:D:1504:SER:CB 1:D:1517:HIS:CD2 2.94 0.49
1:A:194:LEU:O 1:A:307:MET:HA 2.13 0.48
1:D:1790:HIS:HE1 1:D:1817:GLU:OE1 1.96 0.48
1:C:1061:ARG:HG3 | 1:C:1246:VAL:HG22 1.91 0.48
1:A:161:ASN:HD21 1:A:375:ARG:HD2 1.76 0.48
1:A:32:VAL:HB 1:D:1532:VAL:CG1 2.44 0.48
1:B:595:SER:O 1:B:599: THR:HG23 2.13 0.48
1:B:676:ALA:CB 1:B:677:ARG:HH21 2.26 0.48
1:C:1219:1LE:HD13 1:C:1254:LEU:HB3 1.94 0.48
1:D:1825:GLY:O 1:D:1829:MET:HG2 2.13 0.48
1:B:507:LEU:HD22 3:B:1022:HOH:O 2.13 0.48
1:A:345:GLU:HG3 1:C:1028:LEU:CD1 2.44 0.48
1:D:1860: THR:HG23 | 1:D:1863:GLU:OE2 2.13 0.48
1:A:367:TYR:HB3 1:A:369:ILE:HD12 1.96 0.48
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Atom-1 Atom-2 distance (A) overlap (A)

1:B:503:GLY:O 1:B:513:ARG:HG2 2.14 0.48
1:B:677:ARG:HE 1:B:677:ARG:N 2.12 0.48
3:C:1434:HOH:O 1:D:1839:VAL:HG22 2.13 0.48
1:D:1859: TYR:HB2 | 1:D:1864:ARG:HG3 1.94 0.48
1:C:1211:LLP:HD3 1:C:1341:LEU:CD1 2.38 0.47
1:A:48:ALA:HB1 1:A:53:GLU:HG3 1.96 0.47
1:C:1364:ARG:HG2 1:C:1369:ILE:HB 1.96 0.47
1:B:783:GLN:HG3 1:B:894:LEU:CD2 2.45 0.47
1:D:1654:1ILE:HD12 1:D:1676:ALA:HB2 1.96 0.47
1:C:1339:VAL:O 1:C:1340:SER:HB3 2.13 0.47
1:D:1503:GLY:C 1:D:1517:HIS:HD?2 2.17 0.47
1:C:1057:HIS:HE1 1:C:1068:ASN:HD21 1.62 0.47
1:D:1584:LEU:HD11 | 1:D:1739:LEU:HD12 1.97 0.47
1:A:43:VAL:HG22 1:B:830:ASN:HD21 1.79 0.47
1:A:95:SER:OG 1:A:243: THR:HG21 2.14 0.47
1:B:608:LEU:HD12 1:B:633:ARG:HB3 1.97 0.47
1:C:1108:LEU:HD22 | 1:C:1151:THR:CG2 2.45 0.47
1:C:1180:GLY:O 1:C:1181:ALA:O 2.33 0.47
1:D:1671:GLY:O 1:D:1674:LYS:HE2 2.15 0.47
1:D:1714:SER:OG 3:D:2059:HOH:O 2.21 0.47
1:C:1187:ASN:ND2 | 1:C:1195:GLN:HE21 2.12 0.47
1:A:328:PHE:HB2 1:A:397:SER:HB2 1.97 0.47
1:C:1177:ARG:NH2 1:C:1203:ASP:0OD1 2.48 0.47
1:A:3:GLY:HA2 1:A:13:ARG:HA 1.96 0.46
1:A:190:CYS:O 1:A:194:LEU:HB2 2.14 0.46
1:B:657:GLU:HG2 1:B:686:ASP:HB3 1.96 0.46
1:C:1198:LEU:HD11 | 1:C:1225:VAL:HG12 1.97 0.46
1:A:164:MET:O 1:A:166:MET:HE2 2.15 0.46
1:A:218:ASP:O 1:B:534:GLN:HG3 2.16 0.46
1:A:301:THR:O 1:A:305:GLN:HG2 2.14 0.46
1:B:661:ASN:HB3 1:B:662:PRO:HA 1.97 0.46
1:B:698:LEU:HB2 3:B:975:HOH:O 2.15 0.46
1:C:1352:ALA:O 1:C:1357:SER:HA 2.16 0.46
1:A:62:ILE:HG13 1:A:240:LYS:HD3 1.98 0.46
1:B:544:GLU:H 1:B:544:GLU:HG2 1.39 0.46
1:C:1243: THR:HG22 1:C:1245:ALA:H 1.80 0.46
1:C:1318:LEU:HD12 | 1:C:1325:GLY:HA2 1.96 0.46
1:A:135:VAL:HG23 1:A:137:MET:HE2 1.97 0.46
1:C:1057:HIS:HE1 1:C:1068:ASN:ND2 2.14 0.46
1:D:1614: TYR:CE2 1:D:1616:CYS:HB2 2.51 0.46
1:A:345:GLU:H 1:A:345:GLU:HG2 1.49 0.46
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:C:1034:GLN:HG3 1:D:1718:ASP:O 2.16 0.46
1:B:564:ASN:ND2 1:B:566: THR:HB 2.30 0.46
1:C:1288:LEU:HB3 1:C:1317:GLU:HG3 1.98 0.46
1:D:1506:LYS:HE3 1:D:1579:GLY:HA2 1.98 0.46
1:D:1866:HIS:C 1:D:1867:TYR:HD1 2.19 0.46
1:B:621:LEU:HD13 1:B:625:ILE:HD11 1.98 0.46
1:C:1114:TYR:HD2 | 1:C:1117:THR:HG22 1.81 0.46
1:D:1505:ASN:O 1:D:1506:LYS:HB2 2.16 0.46
1:A:159:PRO:HB3 1:A:166:MET:CE 2.46 0.45
1:C:1003:GLY:O 1:C:1008:PRO:HD2 2.17 0.45
1:A:3:GLY:O 1:A:17:HIS:HD2 1.98 0.45
1:A:170:ALA:HA 1:A:200:LEU:O 2.16 0.45
1:B:564:ASN:ND2 1:B:566: THR:H 2.15 0.45
1:B:663:ASN:O 1:B:664:MET:HB2 2.17 0.45
1:C:1003:GLY:O 1:C:1013:ARG:HD3 2.17 0.45
1:C:1243: THR:HG23 | 1:C:1245:ALA:HB2 1.98 0.45
1:B:564:ASN:HD22 1:B:567:LEU:H 1.65 0.45
1:B:578:GLU:OE2 1:B:707:HIS:CE1 2.70 0.45
1:A:2:HIS:CE1 1:A:5:ASN:HB2 2.52 0.45
1:C:1326:ARG:HG2 | 1:D:1543:VAL:HG11 1.99 0.45
1:A:93:ILE:HD13 1:A:117:THR:HG23 1.98 0.45
1:B:864:ARG:HA 1:B:869:ILE:HD12 1.98 0.45
1:D:1862:GLU:HB3 1:D:1866:HIS:NE2 2.32 0.45
1:C:1356:HIS:O 1:C:1359:TYR:HB2 2.16 0.44
1:A:108:LEU:CD2 1:A:133:ARG:HD2 2.47 0.44
1:B:852:ALA:HA 1:B:864:ARG:HD3 1.99 0.44
1:C:1238:GLY:O 1:C:1243: THR:HB 2.17 0.44
1:A:324:ALA:HA 1:A:327:ARG:NH2 2.32 0.44
1:A:212:TYR:CD1 1:A:342:GLY:HA2 2.53 0.44
1:A:46:GLY:O 1:A:49:CYS:HB2 2.18 0.44
1:A:89:GLY:O 1:A:93:ILE:HG23 2.17 0.44
1:A:335:PHE:CE1 1:A:346:SER:HB3 2.52 0.44
1:A:2:HIS:HB3 1:A:3:GLY:H 1.48 0.44
1:A:152:ARG:NH1 3:A:552:HOH:O 2.49 0.44
1:A:314:ILE:CG2 1:A:376:LEU:HB2 2.48 0.44
1:B:791:TYR:HB3 1:B:794:LEU:HD22 2.00 0.44
1:C:1046:GLY:O 1:C:1050:PHE:CD1 2.71 0.44
1:C:1219:ILE:CD1 1:C:1254:LEU:HB3 2.48 0.44
1:A:233:ARG:O 1:A:237:GLN:HB2 2.18 0.44
1:D:1601:LEU:HD21 | 1:D:1607:VAL:CG2 2.48 0.44
1:A:243: THR:HG23 1:A:245:ALA:H 1.83 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
1:C:1281:ALA:HA 1:C:1289:ILE:HD11 1.99 0.43
1:A:5:ASN:N 1:A:5:ASN:ND2 2.60 0.43
1:B:505:ASN:HA 1:B:513:ARG:HD2 2.00 0.43
1:B:713:LEU:HB3 1:B:755:LEU:HD21 2.00 0.43
1:D:1711:LLP:NZ 1:D:1711:LLP:03 2.50 0.43
1:D:1801: THR:O 1:D:1805:GLN:HG3 2.17 0.43
1:D:1866:HIS:ND1 1:D:1866:HIS:N 2.67 0.43
1:A:2:HIS:CG 1:A:5:ASN:HB2 2.53 0.43
1:C:1006:LYS:HE2 1:C:1007:LEU:H 1.83 0.43
1:C:1350:HIS:HD2 1:C:1373:LEU:O 2.02 0.43
1:A:66: THR:HB 3:A:508:HOH:O 2.18 0.43
1:A:336:SER:HB2 1:A:347:LEU:HD12 2.00 0.43
1:C:1200:LEU:CD1 1:C:1306:GLN:HG2 2.49 0.43
1:C:1243: THR:HG23 1:C:1245:ALA:N 2.34 0.43
1:C:1341:LEU:HD13 1:C:1341:LEU:N 2.34 0.43
1:A:99: THR:HG22 1:A:238:GLY:CA 2.49 0.43
1:C:1339:VAL:O 1:C:1340:SER:CB 2.67 0.43
1:D:1644:GLU:OE1 1:D:1678:LYS:HE3 2.19 0.43
1:B:553:GLU:H 1:B:553:GLU:HG2 1.67 0.42
1:B:677:ARG:NH2 1:B:683:VAL:HG23 2.33 0.42
1:C:1163:ASN:HB2 3:C:1580:HOH:O 2.19 0.42
1:A:322:ILE:HG13 1:A:322:ILE:H 1.49 0.42
1:C:1007:LEU:N 1:C:1008:PRO:HD3 2.35 0.42
1:A:359:TYR:N 1:A:359:TYR:CD1 2.87 0.42
1:D:1684:VAL:HA 1:D:1704:LEU:O 2.19 0.42
1:D:1850:HIS:NE2 1:D:1852:ALA:HB3 2.34 0.42
1:A:107:VAL:CG1 1:A:132:LEU:HD12 2.48 0.42
1:C:1210: THR:HG23 1:C:1219:ILE:O 2.19 0.42
1:C:1360: THR:H 1:C:1363:GLU:HB2 1.84 0.42
1:C:1004:SER:HB2 1:C:1017:HIS:HE1 1.85 0.42
1:C:1276:LEU:O 1:C:1280:LEU:CD2 2.65 0.42
1:D:1712: TYR:CE1 1:D:1842:GLY:HA2 2.55 0.42
1:B:743: THR:CG2 1:B:745:ALA:HB2 2.50 0.42
1:D:1865:ALA:C 1:D:1867: TYR:N 2.72 0.42
1:A:43:VAL:HG22 1:B:830:ASN:ND2 2.35 0.42
1:A:108:LEU:HD21 1:A:133:ARG:HD2 2.02 0.42
1:B:643:LEU:HD13 1:B:675:ILE:HG21 2.01 0.42
1:B:891:GLN:O 1:B:895:LYS:HD2 2.19 0.42
1:A:111:ASN:ND2 3:A:499:HOH:O 2.52 0.42
1:B:506:LYS:H 1:B:513:ARG:CZ 2.31 0.42
1:B:531:PRO:HB2 1:C:1031:PRO:HB2 2.00 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:B:852:ALA:O 1:B:857:SER:HA 2.20 0.42
1:C:1125:1ILE:H 1:C:1125:ILE:HG13 1.32 0.42
1:D:1862:GLU:H 1:D:1862:GLU:CD 2.22 0.42
1:A:177:ARG:HD2 3:A:525:HOH:O 2.20 0.42
1:B:835:PHE:CE2 1:B:846:SER:HB3 2.55 0.42
1:D:1599: THR:HG22 1:D:1738:GLY:CA 2.50 0.42
1:A:2:HIS:C 1:A:4:SER:H 2.24 0.41
1:A:191:THR:HB 1:A:192:PRO:HD2 2.02 0.41
1:A:211:LLP:NZ 1:A:211:LLP:O3 2.53 0.41
1:C:1095:SER:OG 1:C:1243: THR:HG21 2.20 0.41
1:C:1102:ARG:HD3 1:C:1102:ARG:HA 1.90 0.41
1:D:1542: THR:CG2 1:D:1545:TYR:N 2.79 0.41
1:A:102:ARG:HD3 1:A:102:ARG:HA 1.88 0.41
1:B:635:VAL:HG11 1:B:643:LEU:HA 2.01 0.41
1:C:1353:SER:C 1:C:1357:SER:HB2 2.41 0.41
1:D:1611:ASN:HD21 | 1:D:1636:ASP:HB2 1.85 0.41
1:A:3:GLY:CA 1:A:13:ARG:HG2 2.50 0.41
1:A:268:ARG:HB2 1:A:268:ARG:NH1 2.35 0.41
1:A:86:LEU:HD13 1:A:92:ALA:HA 2.02 0.41
1:B:704:LEU:HD13 1:B:730:LEU:HD23 2.02 0.41
1:C:1219:ILE:HG12 1:C:1251:ASP:HB3 2.01 0.41
1:C:1006:LYS:HE2 1:C:1006:LYS:HB3 1.86 0.41
1:A:107:VAL:HG13 1:A:107:VAL:O 2.21 0.41
1:C:1317:GLU:HA 1:C:1372:GLY:O 2.21 0.41
1:A:254:LEU:HD12 1:A:254:LEU:HA 1.93 0.41
1:B:541:PRO:HD2 1:B:545:TYR:CD2 2.55 0.41
1:C:1057:HIS:CE1 1:C:1068:ASN:HD21 2.38 0.41
1:C:1288:LEU:HD12 1:C:1289:ILE:H 1.86 0.41
1:A:45:TYR:CE2 1:A:49:CYS:SG 3.12 0.41
1:A:359:TYR:N 1:A:359:TYR:HD1 2.19 0.41
1:B:557:HIS:CE1 1:B:568:ASN:ND2 2.89 0.41
1:C:1177:ARG:HH22 | 1:C:1183:VAL:HG23 1.86 0.41
1:D:1504:SER:N 1:D:1517:HIS:CD2 2.89 0.41
1:D:1608:LEU:HD12 1:D:1608:LEU:HA 1.92 0.41
1:A:3:GLY:C 1:A:17:HIS:HD2 2.24 0.41
1:A:7:.LEU:HD23 3:A:509:HOH:O 2.20 0.41
1:B:862:GLU:HG3 1:B:863:GLU:H 1.83 0.41
1:B:891:GLN:NE2 1:B:895:LYS:NZ 2.69 0.41
1:C:1093:ILE:HD13 1:C:1117:THR:HB 2.02 0.41
1:A:204:LEU:HD23 1:A:226:GLY:HA3 2.02 0.41
1:A:243: THR:CG2 1:A:245:ALA:H 2.34 0.41
Continued on next page...
grbB
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:B:863:GLU:HA 1:B:866:HIS:CB 2.43 0.41
1:C:1329:MET:CE 1:C:1374:VAL:HB 2.48 0.41
1:D:1773:ALA:CB 1:D:1878:VAL:HG11 2.49 0.41
1:C:1004:SER:O 1:C:1005:ASN:C 2.60 0.40
1:D:1804:ARG:NH2 3:D:1943:HOH:O 2.55 0.40
1:A:93:ILE:HD12 1:A:97:LEU:CD2 2.50 0.40
1:A:301:THR:O 1:A:305:GLN:CG 2.70 0.40
1:B:825:GLY:0O 1:B:829:MET:HG2 2.21 0.40
1:A:6:LYS:O 1:A:7:LEU:C 2.60 0.40
1:B:520:ASP:HB3 1:B:523:ASP:0D2 2.21 0.40
1:C:1007:LEU:HD13 1:C:1007:LEU:HA 1.87 0.40
1:C:1340:SER:N 2:C:1400:504:01 2.43 0.40
1:C:1341:LEU:CD1 1:C:1341:LEU:N 2.84 0.40
1:D:1823:GLY:HA2 | 1:D:1826:ARG:NH2 2.36 0.40
1:A:38:PHE:HA 1:D:1526:GLY:O 2.21 0.40
1:B:504:SER:O 1:B:513:ARG:HD3 2.21 0.40
1:D:1655:TYR:CD1 | 1:D:1684:VAL:HG22 2.56 0.40
1:D:1839:VAL:O 1:D:1840:SER:HB2 2.21 0.40

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 395/398 (99%) 380 (96%) | 12 (3%) 3 (1%)
1 B 395/398 (99%) 373 (94%) | 15 (4%) 7 (2%)
1 C 395/398 (99%) 378 (96%) | 14 (4%) 3 (1%)
1 D 395/398 (99%) 375 (95%) | 17 (4%) 3 (1%)
All All 1580/1592 (99%) | 1506 (95%) | 58 (4%) | 16 (1%)

All (16) Ramachandran outliers are listed below:

WO RLDWIDE
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Mol | Chain | Res | Type
1 B 862 GLU
1 C 1181 ALA
1 B 504 SER
1 C 1006 LYS
1 D 1821 GLY
1 A 240 LYS
1 A 340 SER
1 B 506 LYS
1 B 840 SER
1 C 1005 ASN
1 D 1503 GLY
1 D 1840 SER
1 B 861 PRO
1 B 507 LEU
1 A 7 LEU
1 B 502 HIS

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
1 A 306/306 (100%) 262 (86%) | 44 (14%)
1 B 306/306 (100%) 261 (85%) | 45 (15%)
1 C 306/306 (100%) 274 (90%) | 32 (10%)
1 D 306/306 (100%) 277 (90%) | 29 (10%)

All All 1224/1224 (100%) | 1074 (88%) | 150 (12%)

All (150) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 1 MET
1 A HIS
1 A 5 ASN
1 A 7 LEU
1 A 66 THR
1 A 84 LEU

Continued on next page...

Percentiles
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Mol | Chain | Res | Type
1 A 93 ILE
1 A 97 LEU
1 A 99 THR
1 A 106 GLU
1 A 111 ASN
1 A 131 LYS
1 A 132 LEU
1 A 135 VAL
1 A 140 LEU
1 A 141 GLN
1 A 152 ARG
1 A 177 ARG
1 A 213 LEU
1 A 230 LEU
1 A 240 LYS
1 A 243 THR
1 A 263 ASN
1 A 264 LEU
1 A 268 ARG
1 A 275 VAL
1 A 280 LEU
1 A 305 GLN
1 A 314 ILE
1 A 317 GLU
1 A 319 LYS
1 A 322 ILE
1 A 333 GLN
1 A 334 LEU
1 A 341 LEU
1 A 345 GLU
1 A 347 LEU
1 A 358 SER
1 A 362 GLU
1 A 373 LEU
1 A 374 VAL
1 A 383 ILE
1 A 391 GLN
1 A 397 SER
1 B 502 HIS
1 B 504 SER
1 B 507 LEU
1 B 544 GLU

Continued on next page...
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Mol | Chain | Res | Type
1 B 553 GLU
1 B 569 LEU
1 B 570 LEU
1 B 584 LEU
1 B 599 THR
1 B 608 LEU
1 B 609 LEU
1 B 621 LEU
1 B 625 ILE
1 B 633 ARG
1 B 643 LEU
1 B 652 ARG
1 B 663 ASN
1 B 677 ARG
1 B 678 LYS
1 B 684 VAL
1 B 698 LEU
1 B 700 LEU
1 B 704 LEU
1 B 705 VAL
1 B 713 LEU
1 B 730 LEU
1 B 736 LEU
1 B 755 LEU
1 B 768 ARG
1 B 776 LEU
1 B 789 ILE
1 B 794 LEU
1 B 802 LEU
1 B 805 GLN
1 B 814 ILE
1 B 841 LEU
1 B 845 GLU
1 B 857 SER
1 B 860 THR
1 B 862 GLU
1 B 863 GLU
1 B 887 LEU
1 B 891 GLN
1 B 894 LEU
1 B 895 LYS
1 C 1001 | MET

Continued on next page...
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Mol | Chain | Res | Type
1 C 1002 HIS
1 C 1005 ASN
1 C 1007 LEU
1 C 1015 ILE
1 C 1028 LEU
1 C 1093 ILE
1 C 1099 | THR
1 C 1108 LEU
1 C 1117 | THR
1 C 1125 ILE
1 C 1132 LEU
1 C 1140 LEU
1 C 1143 LEU
1 C 1152 | ARG
1 C 1174 LYS
1 C 1177 | ARG
1 C 1214 SER
1 C 1219 ILE
1 C 1239 LEU
1 C 1243 | THR
1 C 1254 LEU
1 C 1262 LEU
1 C 1264 LEU
1 C 1285 GLN
1 C 1317 | GLU
1 C 1322 ILE
1 C 1341 LEU
1 C 1358 SER
1 C 1364 | ARG
1 C 1376 LEU
1 C 1395 LYS
1 D 1501 | MET
1 D 1506 LYS
1 D 1507 LEU
1 D 1522 GLN
1 D 1542 | THR
1 D 1554 | GLN
1 D 1573 | ARG
1 D 1599 | THR
1 D 1601 LEU
1 D 1608 LEU
1 D 1632 LEU

Continued on next page...
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Mol | Chain | Res | Type
1 D 1641 GLN
1 D 1652 | ARG
1 D 1653 VAL
1 D 1674 LYS
1 D 1678 LYS
1 D 1684 VAL
1 D 1730 LEU
1 D 1739 LEU
1 D 1776 LEU
1 D 1802 LEU
1 D 1840 SER
1 D 1841 LEU
1 D 1873 LEU
1 D 1886 LEU
1 D 1887 LEU
1 D 1892 GLN
1 D 1894 LEU
1 D 1895 LYS

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (58)
such sidechains are listed below:

Mol | Chain | Res | Type
1 A 5 ASN
1 A 17 HIS
1 A 68 ASN
1 A 111 ASN
1 A 134 HIS
1 A 207 HIS
1 A 250 HIS
1 A 263 ASN
1 A 274 GLN
1 A 283 GLN
1 A 309 GLN
1 A 333 GLN
1 B 522 GLN
1 B 524 HIS
1 B 557 HIS
1 B 564 ASN
1 B 568 ASN
1 B 641 GLN
1 B 663 ASN
1 B 679 HIS

Continued on next page...
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Mol | Chain | Res | Type
1 B 707 HIS
1 B 728 GLN
1 B e GLN
1 B 790 HIS
1 B 799 GLN
1 B 830 ASN
1 B 891 GLN
1 C 1005 ASN
1 C 1034 | GLN
1 C 1057 HIS
1 C 1068 ASN
1 C 1141 GLN
1 C 1165 HIS
1 C 1187 | ASN
1 C 1237 | GLN
1 C 1250 HIS
1 C 1274 |  GLN
1 C 1285 GLN
1 C 1290 HIS
1 C 1299 GLN
1 C 1306 GLN
1 C 1309 GLN
1 C 1349 GLN
1 D 1517 HIS
1 D 1522 GLN
1 D 1524 HIS
1 D 1534 | GLN
1 D 1568 ASN
1 D 1611 ASN
1 D 1641 GLN
1 D 1663 ASN
1 D 1687 | ASN
1 D 1695 GLN
1 D 1707 HIS
1 D 1774 |  GLN
1 D 1790 HIS
1 D 1830 ASN
1 D 1892 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.
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5.4 Non-standard residues in protein, DNA, RNA chains (i)

4 non-standard protein/DNA /RNA residues are modelled in this entry.

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).

Mol | Type | Chain | Res | Link | o P0G o | e | RaiSr | 217 = 2
1 | LLP C 1211 1 [232425] 290 | 6(26%) | 253234 | 1.60 | 3 (12%)
1 | LLP B | 711 | 1 [232425] 289 | 6(26%) | 253234 | 1.64 | 5 (20%)
1 [ LLP | A [ 211 | 1 [232425] 288 | 6(26%) | 253234 | 1.63 | 3 (12%)
1 [ LLp | D [1711] 1 [232425| 288 | 7(30%) | 253234 1.67 | 5 (20%)

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
1 LLP C 1211 1 - 4/16/17/19 | 0/1/1/1
1 [ LLP | B |71 ] 1 - 4/16/17/19 | 0/1/1/1
1 LLP A 211 1 - 4/16/17/19 | 0/1/1/1
1 e | D [1m11] 1 - 4/16/17/19 | 0/1/1/1

All (25) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 B 711 | LLP | C6-C5 | 7.41 1.53 1.37
1 D 1711 | LLP | C6-C5 | 7.33 1.53 1.37
1 C 1211 | LLP | C6-C5 | 7.31 1.53 1.37
1 A 211 | LLP | C6-C5 | 7.15 1.52 1.37
1 B 711 | LLP | C6-N1 | 5.90 1.46 1.34
1 A 211 | LLP | C4’-NZ | 5.83 1.46 1.27
1 C 1211 | LLP | C4-NZ | 5.77 1.46 1.27
1 D 1711 | LLP | C4-NZ | 5.75 1.46 1.27
1 B 711 | LLP | C4’-NZ | 5.72 1.46 1.27
1 D 1711 | LLP | C6-N1 | 5.70 1.46 1.34

Continued on next page...
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 C 1211 | LLP | C6-N1 | 5.69 1.46 1.34
1 C 1211 | LLP | O3-C3 | -5.66 1.23 1.37
1 B 711 | LLP | 03-C3 | -5.60 1.24 1.37
1 A 211 | LLP | C6-N1 | 5.57 1.46 1.34
1 A 211 | LLP | O3-C3 | -5.52 1.24 1.37
1 D 1711 | LLP | O3-C3 | -5.46 1.24 1.37
1 C 1211 | LLP | C4-C4’ | 4.04 1.54 1.46
1 A 211 | LLP | C4-C4” | 4.00 1.54 1.46
1 B 711 | LLP | C4-C4” | 3.62 1.53 1.46
1 D 1711 | LLP | C4-C4’ | 3.60 1.53 1.46
1 A 211 | LLP | P-OP4 | -3.51 1.48 1.60
1 D 1711 | LLP | P-OP4 | -3.47 1.49 1.60
1 C 1211 | LLP | P-OP4 | -3.23 1.49 1.60
1 B 711 | LLP | P-OP4 | -3.17 1.50 1.60
1 D 1711 | LLP | C2-C2 | 2.11 1.54 1.50

All (16) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
1 A 211 LLP | C5-C6-N1 | -6.01 113.81 123.82
1 D 1711 | LLP | C5-C6-N1 | -5.92 113.97 123.82
1 B 711 LLP | C5-C6-N1 | -5.86 114.06 123.82
1 C 1211 | LLP | C5-C6-N1 | -5.74 114.26 123.82
1 D 1711 | LLP | C4-C4-NZ | -2.53 112.69 124.31
1 A 211 LLP | C6-N1-C2 | 248 123.76 119.17
1 B 711 LLP | C4-C4’-N7 | -2.44 113.09 124.31
1 C 1211 | LLP | C4-C4’-N7Z | -2.41 113.25 124.31
1 A 211 | LLP | C4-C4’-NZ | -2.40 113.28 124.31
1 B 711 LLP | C6-N1-C2 | 2.30 123.43 119.17
1 D 1711 | LLP | C6-N1-C2 | 2.23 123.31 119.17
1 D 1711 | LLP | C2-C2-C3 | -2.22 118.15 120.89
1 C 1211 | LLP | C6-N1-C2 | 2.21 123.25 119.17
1 B 711 LLP | C2-C2-C3 | -2.12 118.27 120.89
1 D 1711 | LLP | C4-C3-C2 | 2.09 121.48 120.19
1 B 711 | LLP | C4-C3-C2 | 2.05 121.45 120.19

There are no chirality outliers.
All (16) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
1 A 211 | LLP O-C-CA-CB
1 B 711 | LLP 0O-C-CA-CB

Continued on next page...

WO RLDWIDE

£x

PROTEIN DATA BANK



Page 28 Full wwPDB X-ray Structure Validation Report 207C

Continued from previous page...

Mol | Chain | Res | Type Atoms
1211 | LLP | C4-C4’-NZ-CE
1211 | LLP O-C-CA-CB
1711 | LLP O-C-CA-CB
211 | LLP | C4-C4-NZ-CE
1711 | LLP | C4-C4’-NZ-CE
711 | LLP | C4-C4-NZ-CE
711 | LLP | CG-CD-CE-NZ
1211 | LLP | CD-CE-NZ-C4’
1711 | LLP | C4-C5-C5-OP4
211 | LLP | CD-CE-NZ-C4’
711 | LLP | CD-CE-NZ-C4’
1711 | LLP | CD-CE-NZ-C4’
211 | LLP | N-CA-CB-CG
1211 | LLP | N-CA-CB-CG

UG QYUY UG VI [UNIY U UG U U Uy jUNY Uiy U,
QDO W =0 qmm I = o aa

There are no ring outliers.

4 monomers are involved in 7 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
1 C 1211 | LLP 2 0
1 B 711 | LLP 1 0
1 A 211 | LLP 2 0
1 D 1711 | LLP 2 0

5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

4 ligands are modelled in this entry.

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).
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | |\ ''RMSZ [ (7] > 2 | Counts | RMSZ | #]2] > 2
2 SO4 D 1900 - 4.4.4 0.45 0 6,6,6 0.07 0
2 SO4 A 400 - 4.4.4 0.51 0 6,6,6 0.07 0
2 SO4 C 1400 - 4.4.4 0.44 0 6,6,6 0.06 0
2 SO4 B 900 - 4,44 0.34 0 6,6,6 0.06 0

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.

1 monomer is involved in 1 short contact:

Mol

Chain

Res

Type

Clashes | Symm-Clashes

2

C

1400

S04

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)

EDS was not executed - this section is therefore empty.

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

EDS was not executed - this section is therefore empty.

6.3 Carbohydrates (i)

EDS was not executed - this section is therefore empty.

6.4 Ligands (i)

EDS was not executed - this section is therefore empty.

6.5 Other polymers (i)

EDS was not executed - this section is therefore empty.
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