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1 Overall quality at a glance (i)

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 Percentile Ranks Value
Rfree IENINN | W 0.207
Clashscore I 0 - 6
Ramachandran outliers I | W 0.2%
Sidechain outliers I ] W 3.6%
RSRZ outliers I | - 1.7%
Worse Better

0 Percentile relative to all X-ray structures

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

Mot ric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
R ree 66092 2456 (1.70-1.70)
Clashscore 79885 2929 (1.70-1.70)
Ramachandran outliers 78287 2878 (1.70-1.70)
Sidechain outliers 78261 2878 (1.70-1.70)
RSRZ outliers 66119 2456 (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 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 1023 | = .
1 B 1023 | = .
1 C 1023 | = .
1 D 1023 | == .

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

Mol | Type | Chain | Res | Geometry | Electron density
2 MG A 3003 - X
2 MG A 3005 - X
2 MG B 3003 - X
2 MG C 3004 - X

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

Mol | Type | Chain | Res | Geometry | Electron density
2 MG D 3003 - X
3 NA B 3104 - X
4 DMS A 8406 - X
4 DMS A 8407 - X
4 DMS A 8409 - X
4 DMS A 8410 - X
4 DMS A 8413 X -
4 DMS A 8414 - X
4 DMS A 8415 - X
4 DMS A 8416 - X
4 DMS A 8417 - X
4 DMS A 8420 - X
4 DMS A 8421 - X
4 DMS A 8423 - X
4 DMS A 8427 - X
4 DMS A 8502 X -
4 DMS A 8503 - X
4 DMS A 8602 - X
4 DMS B 8406 - X
4 DMS B 8407 X X
4 DMS B 8409 - X
4 DMS B 8410 - X
4 DMS B 8413 - X
4 DMS B 8414 - X
4 DMS B 8415 X -
4 DMS B 8420 - X
4 DMS B 8423 - X
4 DMS B 8425 - X
4 DMS B 8427 - X
4 DMS B 8506 - X
4 DMS B 8508 - X
4 DMS C 8407 - X
4 DMS C 8409 - X
4 DMS C 8410 - X
4 DMS C 8413 - X
4 DMS C 8414 - X
4 DMS C 8415 - X
4 DMS C 8416 - X
4 DMS C 8417 - X
4 DMS C 8419 - X
4 DMS C 8420 - X
4 DMS C 8421 - X

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

Mol | Type | Chain | Res | Geometry | Electron density
4 DMS C 8423 - X
4 DMS C 8425 - X
4 DMS C 8427 - X
4 DMS C 8504 - X
4 DMS C 8506 - X
4 DMS C 8601 - X
4 DMS C 8602 - X
4 DMS D 8404 - X
4 DMS D 8405 - X
4 DMS D 8407 X X
4 DMS D 8409 - X
4 DMS D 8413 - X
4 DMS D 8414 - X
4 DMS D 8415 - X
4 DMS D 8416 - X
4 DMS D 8417 - X
4 DMS D 8419 - X
4 DMS D 8423 - X
4 DMS D 8425 - X
4 DMS D 8427 - X
4 DMS D 8501 - X
4 DMS D 8503 - X
4 DMS D 8508 - X
4 DMS D 8701 X -
4 DMS D 8703 - X

$roe
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2 Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 37408 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 BETA-GALACTOSIDASE.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 101 g(itza; 51(?38 1411\4110 15%9 388 0 0 0
1 B 101 g(it;;)l 51(238 1411\4110 15%9 388 0 0 0
L ¢ 1011 g(it;)l 51%8 1411\1110 15%9 388 0 0 0
L b 1011 g(it;)l 51(;)8 1411\4110 15(?)9 388 0 0 0

There are 32 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 1 GLY - CLONING ARTIFACT | UNP P00722
A 2 SER - CLONING ARTIFACT | UNP P00722
A 3 HIS - CLONING ARTIFACT | UNP P00722
A 4 MET - CLONING ARTIFACT | UNP P00722
A 5 LEU - CLONING ARTIFACT | UNP P00722
A 6 GLU - CLONING ARTIFACT | UNP P00722
A 7 ASP - CLONING ARTIFACT | UNP P00722
A 8 PRO - CLONING ARTIFACT | UNP P00722
B 1 GLY - CLONING ARTIFACT | UNP P00722
B 2 SER - CLONING ARTIFACT | UNP P00722
B 3 HIS - CLONING ARTIFACT | UNP P00722
B 4 MET - CLONING ARTIFACT | UNP P00722
B 5 LEU - CLONING ARTIFACT | UNP P00722
B 6 GLU - CLONING ARTIFACT | UNP P00722
B 7 ASP - CLONING ARTIFACT | UNP P00722
B 8 PRO - CLONING ARTIFACT | UNP P00722
C 1 GLY - CLONING ARTIFACT | UNP P00722
C 2 SER - CLONING ARTIFACT | UNP P00722
C 3 HIS - CLONING ARTIFACT | UNP P00722
C 4 MET - CLONING ARTIFACT | UNP P00722
C 5 LEU - CLONING ARTIFACT | UNP P00722

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

Chain | Residue | Modelled | Actual Comment Reference
C 6 GLU - CLONING ARTIFACT | UNP P00722
C 7 ASP - CLONING ARTIFACT | UNP P00722
C 8 PRO - CLONING ARTIFACT | UNP P00722
D 1 GLY - CLONING ARTIFACT | UNP P00722
D 2 SER - CLONING ARTIFACT | UNP P00722
D 3 HIS - CLONING ARTIFACT | UNP P00722
D 4 MET - CLONING ARTIFACT | UNP P00722
D 5 LEU - CLONING ARTIFACT | UNP P00722
D 6 GLU - CLONING ARTIFACT | UNP P00722
D 7 ASP - CLONING ARTIFACT | UNP P00722
D 8 PRO - CLONING ARTIFACT | UNP P00722

e Molecule 2 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 B 3 T";al l\gg 0 0
2 A 4 Toial l\flg 0 0
2 D 4 Tof‘l l\ig 0 0
2 C 5 Togal l\gg 0 0

e Molecule 3 is SODIUM ION (three-letter code: NA) (formula: Na).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 B 5 Togal 1\? 0 0
3 A 5 Togal 1\? 0 0
3 D 5 Togal 1\? 0 0
3 C 5 Togal N;‘ 0 0

e Molecule 4 is DIMETHYL SULFOXIDE (three-letter code: DMS) (formula: CyHgOS).
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H,aC
0
H4C
Mol | Chain | Residues Atoms ZeroOcc | AltConf
4| A 1 Toial g (1) ? 0 0
4| A 1 Toial (23 Cl) ? 0 0
4 A 1 Toial g Cl) ? 0 0
4 A 1 Toial g Cl) ? 0 0
4 A 1 Toial (23 (1) ? 0 0
4| A 1 Toial (23 (1) ? 0 0
4 A 1 Toial (23 (1) ? 0 0
4| A 1 foral €08 0 0
4| A 1 foral €08 0 0
1| A 1 foral €08 0 0
4| A 1 foral €08 0 0
4| A 1 foral €08 0 0
4| A 1 foral €08 0 0
4| A 1 Toial g (1) ? 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 A | Tof‘l g (1) ? 0 0
4| A 1 Toial g (1) ? 0 0
4 A 1 Toial g (1) ? 0 0
4 A 1 Toial g (1) ? 0 0
4 A 1 Toial g (1) ? 0 0
4 A 1 Toial g (1) ? 0 0
4 A 1 Toial g (1) ? 0 0
4 A 1 Tof‘l g ? ? 0 0
4 A 1 Toial g ? ? 0 0
4 A 1 Toial (23 (1) ? 0 0
4 A 1 Toial g (1) ? 0 0
4 A 1 Toial g (1) ? 0 0
4 A 1 Toial (23 (1) ? 0 0
4 A 1 Toial (23 Cl) ? 0 0
4 B | Toial g Cl) ? 0 0
4 B 1 Toial g Cl) ? 0 0
4 B 1 Toial g Cl) ? 0 0
4 B 1 Toial (23 (1) ? 0 0
4 B 1 Toial (23 (1) ? 0 0
4 B 1 Toial (23 (1) ? 0 0
4 B 1 Toial (23 (1) ? 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 B 1 Tof‘l g (1) ? 0 0
4 B | Toial g (1) ? 0 0
4 B | Toial g (1) ? 0 0
4 B | Toial g (1) ? 0 0
4 B 1 Toial g (1) ? 0 0
4 B 1 Toial g (1) ? 0 0
4 B 1 Toial g (1) ? 0 0
4 B 1 Tof‘l g ? ? 0 0
4 B 1 Toial g ? ? 0 0
4 B | Toial g (1) ? 0 0
4 B 1 Toial g (1) ? 0 0
4 B 1 Toial g (1) ? 0 0
4 B 1 Toial (23 (1) ? 0 0
4 B 1 Toial (23 Cl) ? 0 0
4 B 1 Toial (23 Cl) ? 0 0
4 B 1 Toial g Cl) ? 0 0
4 B 1 Toial (23 (1) ? 0 0
4 B | Toial (23 (1) ? 0 0
4 B | Toial (23 (1) ? 0 0
4 B 1 Toial (23 (1) ? 0 0
4 C | Tojal (23 (1) ? 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4| 1 Tof‘l g (1) ? 0 0
4 | 1 Toial g (1) ? 0 0
4 C 1 Toial g (1) ? 0 0
4 C 1 Toial g (1) ? 0 0
4 C 1 Toial g (1) ? 0 0
4 C 1 Toial g (1) ? 0 0
4 C 1 Toial g (1) ? 0 0
4 C 1 Tof‘l g ? ? 0 0
4 C 1 Toial g ? ? 0 0
4 C 1 Toial (23 (1) ? 0 0
4 C 1 Toial g (1) ? 0 0
4 C 1 Toial g (1) ? 0 0
4 C 1 Toial (23 (1) ? 0 0
4 C 1 Toial (23 Cl) ? 0 0
4 C 1 Toial g Cl) ? 0 0
4 C 1 Toial g Cl) ? 0 0
4 C 1 Toial g Cl) ? 0 0
4 C 1 Toial (23 (1) ? 0 0
4 C 1 Toial (23 (1) ? 0 0
4 | cC 1 Toial (23 (1) ? 0 0
4 | cC 1 Tojal (23 (1) ? 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 C | Tof‘l g (1) ? 0 0
4 C 1 Toial g (1) ? 0 0
4 C 1 Toial g (1) ? 0 0
4 C 1 Toial g (1) ? 0 0
4 C 1 Toial g (1) ? 0 0
4 C 1 Toial g (1) ? 0 0
4 D 1 Toial g (1) ? 0 0
4 D 1 Tof‘l g ? ? 0 0
4 D 1 Toial g ? ? 0 0
4 D | Toial g (1) ? 0 0
4 D 1 Toial g (1) ? 0 0
4 D 1 Toial g (1) ? 0 0
4 D 1 Toial (23 (1) ? 0 0
4 D 1 Toial (23 Cl) ? 0 0
4 D 1 Toial (23 Cl) ? 0 0
4 D 1 Toial g Cl) ? 0 0
4 D 1 Toial (23 (1) ? 0 0
4 D | Toial (23 (1) ? 0 0
4 D | Toial (23 (1) ? 0 0
4 D 1 Toial (23 (1) ? 0 0
4 D 1 Toial (23 (1) ? 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 D 1 Tof‘l g (1) ? 0 0
4 D | Toial g (1) ? 0 0
4 D | Toial g (1) ? 0 0
4 D | Toial g (1) ? 0 0
4 D 1 Toial g (1) ? 0 0
4 D 1 Toial g (1) ? 0 0
4 D 1 Toial g (1) ? 0 0
4 D 1 Tof‘l g ? ? 0 0
4 D 1 Toial g ? ? 0 0
4 D | Toial g (1) ? 0 0
4 D 1 Toial g (1) ? 0 0
4 D 1 Toial g (1) ? 0 0
4 D 1 Toial (23 (1) ? 0 0
4 D 1 Toial (23 Cl) ? 0 0
e Molecule 5 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 A 1134 ?1)2,11 1% A 0 0
5 B 1104 ?1’811 13) A 0 0
5 C 1072 fgt;;l 1(?72 0 0
5 D 1114 fcl’tlil 1101 ) 0 0
$PrDE
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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: BETA-GALACTOSIDASE

Page 13
Chain A: m=

98A

28d

08

S.4

ELM

pAsict

Lvd

1

9TM

45!
€14

T9va

i
i

ov¥Y

(4744

(074718
6ETY
8EYd

YeVd
E€EVT

627a
8T
2wl

Ll

€0%a

v6eEN

88€Y

69€d

99€A

C29€T

09€H

9G€ed

8€€d

9EeY

€EEY

62€d

61€Q

vied

oreyd

SO0€T

6624

SEOL

TE9S

0€9Y

Y19H

079a

3

6694
969d
9691
7690

1650

6.5

¢LSa

695K

€93M

Ll

L84

€€ST

6253

T2S%

6158

605

L0Sa

L8%d

6,70

LL%S
9.L¥Y

€LPY
TLYA

69%a

c9vs

9ELY

vcLa

TeLe
0T.LM

+

() 9c

I

97184

i

8084

Sy
o
<)
=

16,3

26.La

68LT

8.0

*

LLLT

I

cLLa
TLLD

89.LH
¥9.4
9G.LM
9G24
P94
E€GLN
0§23
9v.La

TvLL

186Q
9861
6.64

6964
8961

2964
6G61

9560

7356

(4Gt

9v64

€v63

8€6Y

¥zea

L16Y4

e Molecule 1: BETA-GALACTOSIDASE

Chain B: &

vvia

9€Td

TeTd

L2314

L1793

SOTA

00TX

960
S64

L6ZN
9623

262d

882H
182a

1824
082a

Llea

i

€92

L

Tsea

6¥ca

Rygecs

Tved
0¥%2T1

Ll

veca
€€2a
{444\

ogeyd

vcea

€610

0674

S8TV
7811

Ll

8.L74

TL1a

0L1d

9914

i

8¥1S

+

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W


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

1DPO

wwPDB X-ray Structure Validation Summary Report

Page 14

TEVY

62va
82va

ST

(457t
T1%a

B66EX
T6EN
88€Y
18¢€b
LLET
S.ea
0.LED

69€4
89¢ed

7ve1

oved

9€eY

€EEY

62ed

9zed

veed

0zed
61€d

vied

voex

662X
862d

6SSA

PASEL

S50
€5SM

9%5T

THSH

Legd

€91

0€SL
6253

6158

4514
€15d

60Sa

L0Sa

S0SY

T0Sd

6671

Y67l

c6va

18vd

[asige

€L7Y

69%a

197

8vvY
L%%a

(444

6EVY
8EVH

YEVd
€EVT

T.9a
04971

1993

G998
799V

T99%

8591

999A

H

0593

8%9a

Tvod

€90

—
o0 m
~ N
A<

TE9S

0€9Y

2o

8T9L

§19d

1194
0719a

709N

3

6654
8650

96Sd
G651
7650
T6Sd
T8SN
6.5
¢LSa

6950
89SM

1081
0084
@ 66.1

16,3

6.0

98,4

CTLLa

0LLI

€910

0§24

8%.L0

9v.La

vLa

LELT

vcLa
£TLY

1L

0T.3

80.LM

TOLA

o000
10
@
Q©
-

11

2891
7894

¥.9d
€L9V

65980

SS81

€584

Zv8M

ze8a

828d

[44:3¢

708N

208a

6T0TA
8T0T1T
LT0TD

BETA-GALACTOSIDASE

GTOTH

010TS

900Td

1660
9660

9861

0864

6964

e Molecule 1
Chain C

9€Td
ST

0€Ta

praxs
9CTL

{44 %]

L1713

ST1d
YITA

888

S8A

8.1
L.a
9.0

ELM

0Ld
194
pAsics
670
vy

€74

=M\ =)

1,23

L9TA
9920

yatecs

z9zh

eisfa g

2sea

6vcd

£YCd

0¥
6ETA

LETY

veca
€€Taq

vcea

orey

vocy

T102a

6610
8673

€610

6811

0L1d

T9TX

LSTH

8¥1S

vvia

91¥vd

13574

vovd
€0%a

00%L

Y6EN

(4319

6.LEN

S.ea

TLEL

89¢€d

99€A

8G€d

9G€Y

voed

962

06C.L

8824
18z2a

1824
08z2a
6.C1

I

6,50
8LSX

6950
89SM

17984

LGSY

€GSM

7SV

LESH

T€54

6254

Ll

6050

L0Sa

T0Sd

6671

7671

€89d
2891

1

5290
7,94
L9V

TL9Q

8991

G998

8591

959

€99H
991
T99T
0594

L1971

ST9d

€19d

TT94

+

96Sd

7650

114:14

o08M

2080
T08I

6.0

06.a
S8LL
8.4

€LY
cLLa

69.LM
89.LH

09,4
L8L0

YSL
E€SLN

o

® SViW

T964

8G6N

2S6d

€63

2€6d

0E6A

vzea

L1764

6064
806d

063

£684

T68A

688V
7884
8.8H
§.80
6980

€980

® 198S
098D
6580

SG81

€584

Y¥8H

cy8M

8€8L

S€81

2€8d

0€8T

6281
8¢8d

€20TH
TTOTh

LT0TD

90073

666M

S66D

186Q

0863

6964

BETA-GALACTOSIDASE

e Molecule 1
Chain D

O

R LDWIDE
PROTEIN DATA BANK

W



1DPO

wwPDB X-ray Structure Validation Summary Report

Page 15

LSTY

7via

3

SETH

i

0€Ta

8CIN

1114

21id

96d

88S

8.1
L.d

S.4

pAsics
[4st|
L%d

it
S¥a

€74

wa
ovd

L14

S1d

€14

9zed

veed

61€Q

c62d

882H
182a

1821

6,21

alacs

eistac
7521
€GCA

TS2H

6vca

yacs

wea
021

veca
€€Ta

vcea

(54

T02d

6610

€610

811
€814

1873
081D

cL1a

0L73

3

9L¥N

69%Q
T9%d
ovvY
cyve

6e7Yd
8eYHd

62va
8¢¥a

91vd
T1%a
€0%Q
w6EN
88€Y
LLET

0.gd

89€d

99€A

€9€H

8G€d

9G€Y

[asior

¥veT

0v€D

8€€d

9€€Y

veea
€EEY

62ed

8%9a

9%9H
Svod

1994
LE9T

® 7E9d

094
Sz9b
CCOH

6194
8T9L

0190d

8650

969d
S69L

1

T6sa

£83N

0854
6,50

2.Lsa

6GSA

9791
S%38S

8E€SGA
L84

625938

6050
8053
L0Sa

L6%a

STLN
ik

0T.LM

+

07,3

80.LM
L0LY

TOLA

6694

B
Ll

2890
989d

28971

1

€LV

8991

1

€997
299d

099D
65990
8991

SSON

i
Ll

2591

0593

8L8H

S.80

6980

€980

1988

6580

9681
a8y

8¥8L
L9831

Y¥8H
€780

0%8H
€80
8280

6184

708N

2080

§I

66.LL

88.d
L8LY
98,4

8.4

SLLD

0LLI
69.LM
89LW

TS.1
0§.3

€201

|

8T0T1

€107

90073

€00TA

166Q
9660

T66W

1860

F

6.L63

€.L64

836N

564

cv6d

vcea

6160

L1764
9160

+

206d
106D

7684

268Y

0680
2880

S88N

O

R LDWIDE
PROTEIN DATA BANK

W



Page 16 wwPDB X-ray Structure Validation Summary Report 1DPO

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 149.60A 168.38A  200.69A .
Depositor
a, b, c,a, 3,y 90.00° 90.00° 90.00°
: 15.00 - 1.70 Depositor
Resolution (4) 2749 — 1.70 EDS
% Data completeness 98.6 (15.00-1.70) Depositor
(in resolution range) 98.6 (27.49-1.70) EDS
Rinerge 0.06 Depositor
Reym (Not available) Depositor
<I/o(l)>" 2.55 (at 1.70A) Xtriage
Refinement program TNT V. 5-E Depositor
R R 0.157 , 0.211 Depositor
P ree 0.160 , 0.207 DCC
Rree test set 7913 reflections (1.48%) DCC
Wilson B-factor (A2) 13.2 Xtriage
Anisotropy 0.235 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.40 , 73.1 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning <|L] > =050, < L?*>=10.33 Xtriage
Outliers 2 of 543040 reflections (0.000%) Xtriage
F,,F. correlation 0.96 EDS
Total number of atoms 37408 wwPDB-VP
Average B, all atoms (A?) 21.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The analyses of the Patterson function reveals
a significant off-origin peak that is 35.66 % of the origin peak, indicating pseudo translational
symmetry. The chance of finding a peak of this or larger height randomly in a structure without
pseudo translational symmetry is equal to 5.6394e-04. The detected translational NCS is most likely
also responsible for the elevated intensity ratio.

Intensities estimated from amplitudes.


http://wwpdb.org/ValidationPDFNotes.html#dataRefinementStats
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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: NA,
MG, DMS

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 | oy 1o #|Z| >5 RMSZ #|Z| >5
1 A 1.13 39/8367 (0.5%) 1.63 | 166/11415 (1.5%)
1 B 1.15 50/8367 (0.6%) 1.64 | 163/11415 (1.4%)
1 C 1.14 51/8367 (0.6%) 1.63 | 150/11415 (1.3%)
1 D 1.17 47/8367 (0.6%) 1.62 | 163/11415 (1.4%)
All All 1.15 | 187/33468 (0.6%) | 1.63 | 642/45660 (1.4%)

The worst 5 of 187 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 D 71 | GLU | CD-OE2 | 11.39 1.38 1.25
1 D 893 | GLU | CD-OE2 | 10.72 1.37 1.25
1 D 277 | GLU | CD-OE2 | 10.36 1.37 1.25
1 C 80 | GLU | CD-OE2 | 9.44 1.36 1.25
1 D 650 | GLU | CD-OE2 | 9.05 1.35 1.25

The worst 5 of 642 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
1 C 809 | ARG | NE-CZ-NH1 | 28.53 134.56 120.30
1 B 699 | ARG | NE-CZ-NH1 | 17.58 129.09 120.30
1 D 781 | ARG | NE-CZ-NH1 | 16.66 128.63 120.30
1 B 699 | ARG | NE-CZ-NH2 | -16.65 111.97 120.30
1 C 442 | ARG | NE-CZ-NH2 | -16.61 112.00 120.30

There are no chirality outliers.

There are no planarity outliers.


http://wwpdb.org/ValidationPDFNotes.html#h.nix4wpqb51w3
http://wwpdb.org/ValidationPDFNotes.html#h.qvc5tbdzdm7o
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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 8125 0 7716 97 0
1 B 8125 0 7716 81 0
1 C 8125 0 7716 89 0
1 D 8125 0 7716 78 0
2 A 4 0 0 0 0
2 B 3 0 0 0 0
2 C ) 0 0 0 0
2 D 4 0 0 0 0
3 A ) 0 0 0 0
3 B ) 0 0 0 0
3 C 5 0 0 0 0
3 D ) 0 0 0 0
4 A 112 0 168 10 0
4 B 108 0 162 5 0
4 C 112 0 168 4 0
4 D 116 0 174 7 0
) A 1134 0 0 20 0
) B 1104 0 0 9 0
5 C 1072 0 0 12 0
5 D 1114 0 0 13 0

All All 37408 0 31536 358 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 6.

The worst 5 of 358 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
4:D:8407:-DMS:S | 4:D:8407:DMS:C1 2.02 1.47
4:A:8413:DMS:S | 4:A:8413:DMS:C2 2.01 1.46
4:B:8415:DMS:C1 | 4:B:8415:DMS:S 2.03 1.45
4:B:8407:DMS:S | 4:B:8407:DMS:C1 2.06 1.44
4:B:8508:DMS:C2 | 4:B:8508:DMS:S 2.10 1.40

There are no symmetry-related clashes.


http://wwpdb.org/ValidationPDFNotes.html#h.shu6hrz6hdk9
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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 1009/1023 (99%) | 974 (96%) | 34 (3%) (0%) 59 36
1 B 1009/1023 (99%) | 971 (96%) | 34 (3%) 4 (0%) 43 22
1 C 1009/1023 (99%) | 973 (96%) | 35 (4%) 1 (0%) 59 36
1 D 1009/1023 (99%) | 977 (97%) | 31 (3%) 1 (0%) 59 36
All All | 4036/4092 (99%) | 3895 (96%) | 134 (3%) | 7 (0%) 56 33

5 of 7 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 B 732 ALA
1 B 690 SER
1 B 731 PRO
1 C 734 SER
1 A 164 ASP

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 864/875 (99%) 835 (97%) | 29 (3%) 49 23
1 B 864/875 (99%) 834 (96%) | 30 (4%) 48 23
1 C 864/875 (99%) 833 (96%) | 31 (4%) A7 22
1 D 864/875 (99%) 830 (96%) | 34 (4%) 43 | 18
All All 3456/3500 (99%) | 3332 (96%) | 124 (4%) 47 22

5 of 124 residues with a non-rotameric sidechain are listed below:


http://wwpdb.org/ValidationPDFNotes.html#h.jzlrq3nyii7k
http://wwpdb.org/ValidationPDFNotes.html#h.wukab16u9ff
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Mol | Chain | Res | Type
1 B 890 GLN
1 C 394 ASN
1 D 755 ARG
1 B 956 GLN
1 C 135 GLN

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 36 such
sidechains are listed below:

Mol | Chain | Res | Type
1 B 624 GLN
1 B 817 GLN
1 D 804 ASN
1 B 646 HIS
1 B 878 HIS

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 148 ligands modelled in this entry, 36 are monoatomic - leaving 112 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).


http://wwpdb.org/ValidationPDFNotes.html#h.m3sb0sf1jf42
http://wwpdb.org/ValidationPDFNotes.html#h.cdia527f7fwo
http://wwpdb.org/ValidationPDFNotes.html#h.cdia527f7fwo
http://wwpdb.org/ValidationPDFNotes.html#h.cdia527f7fwo
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o\ ' RMS7 g#|Z| >2 | Counts | RMSZ i #|Z| > 2
4 DMS A 8401 - 3,3,3 0.66 0 3,3,3 0.50 0
4 DMS A 8402 - 3,3,3 1.06 0 3,3,3 0.35 0
4 DMS A 8403 - 3,3,3 1.57 1 (33%) 3,3,3 0.39 0
4 DMS A 8404 - 3,3,3 1.29 0 3,3,3 0.03 0
4 DMS A 8405 - 3,3,3 0.78 0 3,3,3 0.63 0
4 DMS A 8406 - 3,3,3 1.25 0 3,3,3 0.68 0
4 DMS A 8407 - 3,3,3 2.38 2 (66%) 3,3,3 0.50 0
4 DMS A 8408 - 3,3,3 0.42 0 3,3,3 0.55 0
4 DMS A 8409 - 3,3,3 2.26 1 (33%) 3,3,3 0.60 0
4 DMS A 8410 - 3,3,3 1.46 1 (33%) 3,3,3 0.95 0
4 DMS A 8411 - 3,3,3 1.10 0 3,3,3 0.26 0
4 DMS A 8412 - 3,3,3 0.84 0 3,3,3 0.27 0
4 DMS A 8413 - 3,3,3 2.81 3 (100%) 3,3,3 0.57 0
4 DMS A 8414 - 3,3,3 1.20 0 3,3,3 0.28 0
4 DMS A 8415 - 3,3,3 2.06 1 (33%) 3,3,3 0.52 0
4 DMS A 8416 - 3,3,3 0.88 0 3,3,3 0.51 0
4 DMS A 8417 - 3,3,3 1.06 0 3,3,3 0.17 0
4 DMS A 8419 - 3,3,3 0.77 0 3,3,3 0.30 0
4 DMS A 8420 - 3,3,3 0.72 0 3,3,3 0.99 0
4 DMS A 8421 - 3,3,3 1.00 0 3,3,3 1.00 0
4 DMS A 8423 - 3,3,3 1.53 0 3,3,3 0.48 0
4 DMS A 8425 3 3,3,3 1.82 1 (33%) 3,3,3 0.40 0
4 DMS A 8427 - 3,3,3 0.63 0 3,3,3 0.63 0
4 DMS A 8501 - 3,3,3 1.58 1 (33%) 3,3,3 0.32 0
4 DMS A 8502 - 3,3,3 2.29 2 (66%) 3,3,3 1.38 1 (33%)
4 DMS A 8503 - 3,3,3 1.20 0 3,3,3 0.30 0
4 DMS A 8504 - 3,3,3 0.23 0 3,3,3 0.49 0
4 DMS A 8602 - 3,3,3 0.89 0 3,3,3 0.41 0
4 DMS B 8401 - 3,3,3 0.42 0 3,3,3 0.31 0
4 DMS B 8402 - 3,3,3 1.41 0 3,3,3 0.18 0
4 DMS B 8403 - 3,3,3 1.17 0 3,3,3 0.71 0
4 DMS B 8404 - 3,3,3 0.44 0 3,3,3 0.34 0
4 DMS B 8405 - 3,3,3 1.34 0 3,3,3 0.57 0
4 DMS B 8406 - 3,3,3 1.36 0 3,3,3 0.33 0
4 DMS B 8407 - 3,3,3 2.89 | 3 (100%) 3,3,3 0.30 0
4 DMS B 8408 - 3,3,3 0.21 0 3,3,3 0.64 0
4 DMS B 8409 - 3,3,3 1.87 1 (33%) 3,3,3 0.59 0
4 DMS B 8410 - 3,3,3 1.24 0 3,3,3 0.46 0
4 DMS B 8411 - 3,3,3 0.82 0 3,3,3 0.59 0
4 DMS B 8412 - 3,3,3 0.66 0 3,3,3 0.41 0
gPDB
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. . Bond lengths Bond angles

Mol | Type | Chain | Res | Link | o\ ' RMS7 g#|Z| >2 | Counts | RMSZ i #|Z| > 2
4 DMS B 8413 - 3,3,3 2.70 2 (66%) 3,3,3 0.66 0
4 DMS B 8414 - 3,3,3 1.06 0 3,3,3 0.80 0
4 DMS B 8415 - 3,3,3 2.53 2 (66%) 3,3,3 1.44 1 (33%)
4 DMS B 8416 - 3,3,3 1.34 1 (33%) 3,3,3 0.63 0
4 DMS B 8417 - 3,3,3 0.67 0 3,3,3 0.52 0
4 DMS B 8420 - 3,3,3 1.31 1 (33%) 3,3,3 0.36 0
4 DMS B 8421 - 3,3,3 0.29 0 3,3,3 0.50 0
4 DMS B 8423 - 3,3,3 0.46 0 3,3,3 0.61 0
4 DMS B 8425 3 3,3,3 3.17 1 (33%) 3,3,3 0.41 0
4 DMS B 8427 - 3,3,3 1.13 0 3,3,3 0.09 0
4 DMS B 8502 - 3,3,3 0.88 0 3,3,3 1.39 1 (33%)
4 DMS B 8504 - 3,3,3 0.72 0 3,3,3 0.29 0
4 DMS B 8506 - 3,3,3 1.69 1 (33%) 3,3,3 0.40 0
4 DMS B 8508 - 3,3,3 2.85 1 (33%) 3,3,3 0.79 0
4 DMS B 8601 - 3,3,3 2.00 1 (33%) 3,3,3 0.61 0
4 DMS C 8401 - 3,3,3 0.83 0 3,3,3 0.26 0
4 DMS C 8402 - 3,3,3 1.58 1 (33%) 3,3,3 0.24 0
4 DMS C 8403 - 3,3,3 0.84 0 3,3,3 0.33 0
4 DMS C 8404 - 3,3,3 0.78 0 3,3,3 1.25 1 (33%)
4 DMS C 8405 - 3,3,3 1.48 0 3,3,3 0.52 0
4 DMS C 8407 - 3,3,3 1.69 1 (33%) 3,3,3 0.37 0
4 DMS C 8408 - 3,3,3 0.43 0 3,3,3 0.72 0
4 DMS C 8409 - 3,3,3 2.09 1 (33%) 3,3,3 0.94 0
4 DMS C 8410 - 3,3,3 1.17 0 3,3,3 0.04 0
4 DMS C 8411 - 3,3,3 1.05 0 3,3,3 0.19 0
4 DMS C 8412 - 3,3,3 1.19 0 3,3,3 0.49 0
4 DMS C 8413 - 3,3,3 1.64 1 (33%) 3,3,3 0.09 0
4 DMS C 8414 - 3,3,3 1.82 1 (33%) 3,3,3 0.84 0
4 DMS C 8415 - 3,3,3 1.82 1 (33%) 3,3,3 0.78 0
4 DMS C 8416 - 3,3,3 1.11 0 3,3,3 0.58 0
4 DMS C 8417 - 3,3,3 0.73 0 3,3,3 0.66 0
4 DMS C 8419 - 3,3,3 0.58 0 3,3,3 0.33 0
4 DMS C 8420 - 3,3,3 1.34 1 (33%) 3,3,3 0.55 0
4 DMS C 8421 - 3,3,3 0.62 0 3,3,3 1.53 1 (33%)
4 DMS C 8423 - 3,3,3 0.91 0 3,3,3 0.19 0
4 DMS C 8425 3 3,3,3 1.90 1 (33%) 3,3,3 0.39 0
4 DMS C 8427 - 3,3,3 0.92 0 3,3,3 0.27 0
4 DMS C 8501 - 3,3,3 0.96 0 3,3,3 0.91 0

gPDB
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o\ ' RMS7 g#|Z| >2 | Counts | RMSZ i #|Z| > 2
4 DMS C 8503 - 3,3,3 0.90 0 3,3,3 0.29 0
4 DMS C 8504 - 3,3,3 0.53 0 3,3,3 0.35 0
4 DMS C 8506 - 3,3,3 1.47 1 (33%) 3,3,3 0.78 0
4 DMS C 8601 - 3,3,3 1.29 1 (33%) 3,3,3 0.94 0
4 DMS C 8602 - 3,3,3 1.52 1 (33%) 3,3,3 0.50 0
4 DMS D 8401 - 3,3,3 1.13 0 3,3,3 0.32 0
4 DMS D 8402 - 3,3,3 1.17 0 3,3,3 0.26 0
4 DMS D 8403 - 3,3,3 1.52 1 (33%) 3,3,3 0.42 0
4 DMS D 8404 - 3,3,3 1.40 1 (33%) 3,3,3 0.23 0
4 DMS D 8405 - 3,3,3 0.88 0 3,3,3 0.77 0
4 DMS D 8406 - 3,3,3 0.97 0 3,3,3 0.74 0
4 DMS D 8407 - 3,3,3 2.54 2 (66%) 3,3,3 1.28 1 (33%)
4 DMS D 8408 - 3,3,3 1.14 0 3,3,3 0.13 0
4 DMS D 8409 - 3,3,3 2.09 1 (33%) 3,3,3 0.69 0
4 DMS D 8410 - 3,3,3 1.18 0 3,3,3 0.47 0
4 DMS D 8411 - 3,3,3 1.02 0 3,3,3 0.26 0
4 DMS D 8412 - 3,3,3 0.44 0 3,3,3 0.44 0
4 DMS D 8413 - 3,3,3 1.48 1 (33%) 3,3,3 0.85 0
4 DMS D 8414 - 3,3,3 0.46 0 3,3,3 0.36 0
4 DMS D 8415 - 3,3,3 2.19 1 (33%) 3,3,3 0.43 0
4 DMS D 8416 - 3,3,3 0.36 0 3,3,3 0.31 0
4 DMS D 8417 - 3,3,3 1.18 0 3,3,3 0.36 0
4 DMS D 8419 - 3,3,3 0.31 0 3,3,3 0.37 0
4 DMS D 8421 - 3,3,3 0.60 0 3,3,3 0.31 0
4 DMS D 8423 - 3,3,3 1.35 0 3,3,3 0.24 0
4 DMS D 8425 3 3,3,3 0.63 0 3,3,3 0.67 0
4 DMS D 8427 - 3,3,3 0.82 0 3,3,3 0.12 0
4 DMS D 8501 - 3,3,3 0.43 0 3,3,3 0.17 0
4 DMS D 8503 - 3,3,3 1.00 0 3,3,3 0.55 0
4 DMS D 8506 - 3,3,3 1.80 1 (33%) 3,3,3 0.27 0
4 DMS D 8508 - 3,3,3 1.69 1 (33%) 3,3,3 0.49 0
4 DMS D 8701 - 3,3,3 2.26 | 3 (100%) 3,3,3 0.74 0
4 DMS D 8703 - 3,3,3 1.74 1 (33%) 3,3,3 0.31 0
4 DMS D 8705 - 3,3,3 1.94 1 (33%) 3,3,3 0.95 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.

)

means
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
4 DMS A 8401 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8402 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8403 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8404 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8405 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8406 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8407 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8408 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8409 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8410 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8411 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8412 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8413 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8414 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8415 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8416 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8417 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8419 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8420 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8421 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8423 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8425 3 - 0/0/0/0 | 0/0/0/0
4 DMS A 8427 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8501 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8502 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8503 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8504 - - 0/0/0/0 | 0/0/0/0
4 DMS A 8602 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8401 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8402 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8403 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8404 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8405 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8406 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8407 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8408 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8409 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8410 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8411 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8412 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8413 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8414 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8415 - - 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
4 DMS B 8416 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8417 - - 0/0/0/0 |0/0/0/0
4 DMS B 8420 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8421 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8423 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8425 3 - 0/0/0/0 | 0/0/0/0
4 DMS B 8427 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8502 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8504 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8506 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8508 - - 0/0/0/0 | 0/0/0/0
4 DMS B 8601 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8401 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8402 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8403 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8404 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8405 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8407 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8408 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8409 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8410 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8411 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8412 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8413 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8414 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8415 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8416 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8417 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8419 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8420 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8421 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8423 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8425 3 - 0/0/0/0 | 0/0/0/0
4 DMS C 8427 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8501 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8503 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8504 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8506 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8601 - - 0/0/0/0 | 0/0/0/0
4 DMS C 8602 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8401 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8402 - - 0/0/0/0 | 0/0/0/0

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
4 DMS D 8403 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8404 - - 0/0/0/0 |0/0/0/0
4 DMS D 8405 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8406 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8407 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8408 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8409 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8410 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8411 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8412 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8413 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8414 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8415 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8416 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8417 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8419 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8421 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8423 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8425 3 - 0/0/0/0 | 0/0/0/0
4 DMS D 8427 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8501 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8503 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8506 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8508 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8701 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8703 - - 0/0/0/0 | 0/0/0/0
4 DMS D 8705 - - 0/0/0/0 | 0/0/0/0

The worst 5 of 52 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 B 8425 | DMS O-S 5.11 1.84 1.50
4 B 8508 | DMS C2-S | 4.40 2.10 1.75
4 B 8407 | DMS C1-S | 3.91 2.06 1.75
4 B 8413 | DMS O-S 3.75 1.75 1.50
4 A 8409 | DMS O-S 3.71 1.75 1.50

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

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(?)
4 C 8421 | DMS | C2-S-C1 | -2.64 83.96 98.56
4 A 8502 | DMS | C2-S-C1 | 2.39 111.79 98.56

Continued on next page...
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Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
4 B 8502 | DMS | C2-S-C1 | 2.37 111.71 98.56
4 B 8415 | DMS | C2-S-C1 | 2.26 111.09 98.56
4 D 8407 | DMS | C2-S-C1 | 2.22 110.84 98.56

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
A | 1011/1023 (98%) | -0.48 |18 (1%) 65 71 |9, 15, 43, 100
B | 1011/1023 (98%) | -0.50 | 13 ( 74180 | 8,15, 43, 95
C | 1011/1023 (98%) | -0.47 |15 (1%) 70 |76 | 9,16, 45, 96

D | 1011/1023 (98%) | -0.48 |26 (2%) 53 58 | 9, 16, 46, 95
All | Al | 4044/4092 (98%) | -0.48 | 72 ( 67 71 |8, 16,45, 100

—_ | = | = =

(enll Henll e Bl e B e

The worst 5 of 72 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
735 | HIS 9.2
686 | PRO 9.1
735 | HIS 7.9
732 | ALA 7.3
732 | ALA 6.9

JUETY JUNIY UG U U
0| Q| | =| =

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

WORLDWIDE

PROTEIN DATA BANK
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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 | RSR | LLDF | B-factors(A?) | Q<0.9
4 DMS A 8415 4/4 0.13 25.19 21,32,59,100 0
4 DMS A 8602 4/4 0.16 22.48 35,49,100,100 0
2 MG A 3003 1/1 0.23 16.27 45,45,45,45 0
4 DMS C 8420 4/4 0.14 15.85 42,45,67,100 0
4 DMS B 8407 4/4 0.16 15.41 28,30,40,44 0
4 | DMS | A [8427| 4/4 | 0.18 | 1494 | 42,70,92,100 0
4 DMS D 8427 4/4 0.16 13.53 53,58,61,100 0
4 DMS D 8508 4/4 0.09 13.40 30,34,36,45 0
4 DMS C 8504 4/4 0.10 13.28 31,35,50,66 0
4 DMS B 8406 4/4 0.20 12.74 33,40,56,80 0
2 MG D 3003 1/1 0.16 11.94 47,47 47,47 0
4 DMS B 8506 4/4 0.10 10.57 42,43,45,47 0
4 DMS C 8421 4/4 0.13 10.14 28,43,46,72 0
4 DMS B 8420 4/4 0.17 9.48 50,62,76,100 0
4 DMS D 8703 4/4 0.15 8.52 32,49,51,100 0
4 DMS D 8407 4/4 0.16 8.37 30,32,39,45 0
4 | DMS | C [8427| 4/4 | 012 | 817 | 45,00,64,73 0
4 DMS D 8404 4/4 0.10 8.15 22,23,40,100 0
4 DMS A 8409 4/4 0.13 7.47 24,32,43,100 0
4 | DMS | D |8415| 4/4 | 015 | 691 | 24,41,60,70 0
4 | DMS | A 8407 | 4/4 | 013 | 6.82 | 23,24,33,36 0
4 DMS A 8406 4/4 0.18 6.10 15,43,66,76 0
4 DMS C 8409 4/4 0.11 5.98 30,32,35,38 0
4 | DMS | A [8423| 4/4 | 015 | 596 | 34,533,100 0
4 DMS C 8506 4/4 0.12 5.02 34,34,45,48 0
4 DMS B 8427 4/4 0.10 4.95 34,34,63,64 0
4 DMS A 8420 4/4 0.12 4.93 35,38.,40,58 0
4 | DMS | C [ 8423| 4/4 | 012 | 482 | 32414557 0
4 DMS D 8417 4/4 0.18 4.56 27,30,32,100 0
4 DMS C 8415 4/4 0.09 4.50 22,33,34,42 0
4 DMS D 8423 4/4 0.13 4.37 35,52,61,69 0
2 MG C 3004 1/1 0.15 4.23 36,36,36,36 0
4 DMS A 8416 4/4 0.17 4.16 23,34,99,100 0
4 DMS D 8414 4/4 0.13 3.93 22,39,95,100 0
4 | DMS | D |8503| 4/4 | 011 | 379 | 26,52,54,54 0
4 DMS A 8421 4/4 0.12 3.76 49,54,57,60 0
4 DMS C 8416 4/4 0.17 3.72 40,48,58,61 0
4 DMS C 8419 4/4 0.16 3.60 40,44,52,66 0
4 | DMS | B 8410 | 4/4 | 012 | 359 | 25343542 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
4 DMS C 8413 4/4 0.17 3.59 30,33,36,39 0
4 DMS C 8407 4/4 0.14 3.53 27,33,35,41 0
4 DMS B 8508 4/4 0.09 3.52 21,30,45,49 0
4 DMS B 8425 4/4 0.15 3.47 24,31,35,42 0
1 | DMS | A |8417| 4/4 | 020 | 3.46 98,29,56,92 0
3 NA B 3104 1/1 0.13 3.39 29,29,29,29 0
4 DMS B 8413 4/4 0.17 3.24 34,35,45,47 0
4 | DMS | A 8410 4/4 | 011 | 3.19 92.33,34.34 0
4 DMS D 8425 4/4 0.20 3.19 19,20,30,32 4
4 DMS A 8414 4/4 0.15 3.18 29,30,52,100 0
4 DMS D 8409 4/4 0.11 3.17 27,29,37,40 0
4 | DMS | B |8409| 4/4 | 0.10 | 3.14 26.28,37.38 0
4 DMS C 8602 4/4 0.12 2.92 33,53,55,72 0
2 MG B 3003 1/1 0.08 2.80 34,34,34,34 0
4 DMS B 8423 4/4 0.09 2.80 33,34,57,82 0
4 DMS C 8410 4/4 0.12 2.70 24,33,35,36 0
4 DMS D 8413 4/4 0.13 2.69 26,34,34,44 0
4 DMS C 8425 4/4 0.15 2.67 29,34,40,62 0
4 DMS A 8503 4/4 0.11 2.61 32,40,42,44 0
4 DMS D 8405 4/4 0.09 2.38 22,23,33,39 0
4 DMS C 8601 4/4 0.11 2.36 29,42.,47,56 0
4 | DMS| D |s8419| 4/4 | 0.10 | 2.35 97.36 41 47 0
2 MG A 3005 1/1 0.07 2.33 30,30,30,30 0
4 DMS B 8414 4/4 0.12 2.20 29,46,48,100 0
4 | DMS | D |8416| 4/4 | 0.14 | 2.16 | 27,41,49.100 0
4 DMS C 8414 4/4 0.08 2.08 21,30,46,50 0
4 DMS C 8417 4/4 0.17 2.04 31,33,56,69 0
4 DMS D 8501 4/4 0.08 2.01 27,29,33,46 0
4 DMS B 8417 4/4 0.16 1.95 26,32,64,100 0
1 | DMS| C |8503| 4/4 | 012 | 1.94 | 28495155 0
3 | NA A 3105 1/1 | 023 | 1.92 35.35,35,35 1
4 DMS B 8502 4/4 0.11 1.85 25,26,36,36 0
4 DMS A 8504 4/4 0.07 1.84 22,36,38,65 0
1 | DMS | A |s8413| 4/4 | 011 | Ls2 31,40,40,44 0
3 NA D 3103 1/1 0.09 1.78 33,33,33,33 0
4 DMS D 8705 4/4 0.13 1.78 22,30,36,36 0
1 | DMS | B [8421| 4/4 | 01l | 165 98.50,52,58 0
1 | DMS | B |8416| 4/4 | 0.5 | 1.36 30,40,50,52 0
1 | DMS | B |8415| 4/4 | 011 | 1.36 26,29,34,47 0
4 DMS D 8403 4/4 0.06 1.35 16,22,27,34 0
2 | MG C  |3003| 1/1 | 008 | L34 99.22,22 99 1

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
4 DMS A 8405 4/4 0.07 1.33 20,24,25,33 0
1 [ DMS | B |8403| 4/4 | 008 | 125 15,19,24.26 0
4 DMS D 8410 4/4 0.10 1.23 27,29,32,37 0
4 DMS D 8421 4/4 0.09 1.11 42,48,75,100 0
1 | DMS | A |82 4/4 | 012 | 1.10 | 30,33,36,100 0
4 DMS C 8501 4/4 0.07 1.10 24,28,37,39 0
2 MG C 3006 1/1 0.12 1.09 27,27,27,27 0
3 NA C 3105 1/1 0.11 1.09 28,28,28,28 1
4 DMS C 8404 4/4 0.06 1.07 18,18,24,27 0
4 DMS D 8506 4/4 0.12 1.05 35,45,47,55 0
3 NA C 3104 1/1 0.09 0.98 28,28,28,28 0
1 |DMS | D |s412| 4/4 | 013 | 095 93.25,20 41 0
4 DMS A 8404 4/4 0.06 0.90 19,24,28 31 0
4 DMS D 8406 4/4 0.07 0.81 23,24,25,32 0
4 DMS C 8412 4/4 0.11 0.81 29,33,33,100 0
4 DMS B 8405 4/4 0.07 0.81 25,27,28,29 0
3 NA D 3104 1/1 0.08 0.71 34,34,34,34 0
1 | DMS | A 8401 4/4 | 0.06 | 0.70 12,13.14,16 0
1 | DMS| A |8419| 4/4 | 007 | 067 | 37,41,49,51 0
4 DMS B 8504 4/4 0.09 0.60 23,36,42,46 0
4 DMS B 8408 4/4 0.06 0.58 28,30,37,48 0
4 DMS D 8701 4/4 0.08 0.58 14,14,19,32 0
4 DMS A 8501 4/4 0.09 0.48 17,22,33,34 0
4 DMS A 8425 4/4 0.09 0.38 32,36,39,39 0
1 | DMS | D [8402| 4/4 | 0.06 | 031 15,20,20,23 0
4 DMS A 8402 4/4 0.05 0.31 14,16,20,26 0
4 DMS C 8403 4/4 0.07 0.31 18,20,22,23 0
3 NA A 3104 1/1 0.07 0.28 25,25,25,25 0
3 NA D 3105 1/1 0.10 0.25 29,29,29,29 1
4 DMS B 8412 4/4 0.09 0.25 25,30,31,32 0
1 | DMS | A |8502| 4/4 | 0.09 | 023 24,25 48 56 0
1 | DMS| B |8601| 4/4 | 007 | 0.18 38,38 41,42 0
4 DMS C 8405 4/4 0.05 0.11 23,23,24,27 0
4 DMS A 8408 4/4 0.06 0.10 15,33,34,49 0
4 DMS B 8401 4/4 0.06 0.10 14,17,18,19 0
4 DMS C 8402 4/4 0.06 0.06 14,19,24,26 0
4 DMS D 8411 4/4 0.08 0.03 22,23,27,62 0
3 NA B 3105 1/1 0.10 0.03 31,31,31,31 1
1 | DMS | B |s8404| 4/4 | 0.05 | 0.01 21.24,32.33 0
4 DMS C 8411 4/4 0.08 -0.09 21,26,27,34 0
4 DMS C 8408 4/4 0.06 -0.13 21,34,35,36 0
4 DMS B 8402 4/4 0.05 -0.19 13,16,19,21 0
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Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
2 MG D 3005 1/1 0.06 -0.25 21,21,21,21 0
4 DMS D 8408 4/4 0.06 | -0.37 18,28,29,34 0
4 DMS A 8411 4/4 0.06 | -0.41 27,27,27,37 0
4 DMS B 8411 4/4 0.06 | -0.48 23,26,29,80 0
2 MG D 3002 1/1 0.05 | -0.81 15,15,15,15 0
4 DMS D 8401 4/4 0.04 | -0.90 12,13,16,17 0
4 DMS C 8401 4/4 0.04 | -0.94 15,15,19,19 0
2 MG B 3002 1/1 0.05 | -1.00 15,15,15,15 0
3 | NA C  [3102] 1/1 | 0.03 | -1.16 14,14,14,14 0
4 DMS A 8403 4/4 0.04 | -1.41 20,21,21,25 0
3 NA B 3103 1/1 0.05 | -1.43 23,23,23,23 0
3 | NA A [ 3101 | 1/T | 0.04 | -1.51 16,16,16,16 0
3 NA D 3102 1/1 0.04 -1.59 12,12,12,12 0
3 NA A 3102 1/1 0.04 -1.63 12,12/12,12 0
3 NA A 3103 1/1 0.05 | -1.98 26,26,26,26 0
3 NA B 3102 1/1 0.03 | -2.03 13,13,13,13 0
3 NA B 3101 1/1 0.03 | -2.06 14,14,14,14 0
2 | MG C  [3002] 1/1 | 0.04 | -2.32 13,13,13,13 0
2 MG D 3001 1/1 0.03 | -3.11 13,13,13,13 0
2 MG A 3002 1/1 0.03 | -3.35 15,15,15,15 0
2 MG A 3001 1/1 0.03 | -3.47 16,16,16,16 0
3 NA C 3101 1/1 0.03 | -3.79 13,13,13,13 0
3 NA D 3101 1/1 0.02 | -3.83 16,16,16,16 0
2 MG B 3001 1/1 0.02 | -4.51 12,12,12,12 0
3 NA C 3103 1/1 0.04 -5.11 23,23,23,23 0
2 MG C 3001 1/1 0.02 | -7.37 13,13,13,13 0

6.5 Other polymers (i)
There are no such residues in this entry.
gPDB
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