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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 3.00 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
Rfree
Clashscore
Ramachandran outliers
Sidechain outliers
RSRZ outliers

RNA backbone N

Worse

Percentile Ranks

0 Percentile relative to all X-ray structures

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

Value
N 0.317
. 23
N 0.8%
N 21.3%
N 10.6%
W 0.38

Better

Metric Whole archive Similar resolution

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

Rpree 100719 1692 (3.00-3.00)

Clashscore 112137 2037 (3.00-3.00)

Ramachandran outliers 110173 1973 (3.00-3.00)

Sidechain outliers 110143 1976 (3.00-3.00)

RSRZ outliers 101464 1716 (3.00-3.00)

RNA backbone 2435 1007 (3.34-2.66)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A
grey segment represents the fraction of residues that are not modelled. The numeric value for each
fraction is indicated below the corresponding segment, with a dot representing fractions <=5%
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density. The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
80%

1 —

1 0 224 54% 39% 6%

4%

2 A 274 43% 47% 9%
%

3 B 205 33% 50% 17%
5%

4 C 197 30% 50% 17% -

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
8%
.
5 177 38% 49% 13% .
5%
6 E 171 46% 24% 9%
2%
e —
7 F 144 60% 33% 6% -+
5%
8 G 142 47% 45% 6% -
%
-
0 (] 0) .
9 H 134 29% 46% 23%
24%
e —
43% 43% 1%
10 I 141
8%
e —
11 J 136 39% 44% 15% .
5%
29% 51% 17% .
12 K 113
24%
..
13 L 104 29% 46% 24% .
3%
-
0 0 0 .
14 M 109 32% 44% 23%
9%
h I
30% 62% 8%
15 N 117
—
s
16 0O 94 38% 45% 16% .
-
s
31% 53% 15%
17 P 127
3%
_ s
18 Q 93 46% 39% 14% .
7%
19 R 110 34% 21% 25% .
3%
20 S 175 41% 43% 3% .
23%
e — ——
42% 46% 11% -«
21 T 84
29%
I —
22 U 72 24% 51% 17% 8%
8%
——
23 Vv 66 61% 32% 8%
1%
24 W 55 38% 56% 5%
5%
25 Z 57 30% 51% 18% .
3%
=
26 1 54 46% 39% 3% -
2%
27 2 47 40% 47% 13%
20%
F
28 3 65 17% 60% 20% .
3%
_
29 X 2881 23% 45% 25% 5%
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Continued from previous page...
Mol | Chain | Length Quality of chain

2%

30 Y 122 - 28% 51% 20%

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-
ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
31 MG M 201 - - - X
31 MG N 201 - - - X
31 MG X 6001 - - - X
31 MG X 6002 - - - X
31 MG X 6006 - - - X
31 MG X 6007 - - - X
31 MG X 6008 - - - X
31 MG X 6011 - - - X
31 MG X 6014 - - - X
31 MG X 6016 - - - X
31 MG X 6017 - - - X
31 MG X 6018 - - - X
31 MG X 6019 - - - X
31 MG X 6021 - - - X
31 MG X 6022 - - - X
31 MG X 6032 - - - X
31 MG X 6033 - - - X
31 MG X 6037 - - - X
31 MG X 6051 - - - X
31 MG X 6053 - - - X
31 MG X 6054 - - - X
31 MG X 6055 - - - X
31 MG X 6056 - - - X
31 MG X 6059 - - - X
31 MG X 6060 - - - X
31 MG X 6062 - - - X
31 MG X 6066 - - - X
31 MG X 6068 - - - X
31 MG X 6071 - - - X
31 MG X 6078 - - - X
31 MG X 6085 - - - X
31 MG X 6087 - - - X
31 MG X 6093 - - - X
31 MG X 6105 - - - X
31 MG X 6108 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
31 MG X 6110 - - - X
31 MG X 6115 - - - X
31 MG X 6129 - - - X
31 MG X 6131 - - - X
31 MG X 6132 - - - X
31 MG X 6142 - - - X
31 MG X 6144 - - - X
31 MG X 6147 - - - X
31 MG X 6162 - - - X
31 MG X 6167 - - - X
31 MG X 6171 - - - X
31 MG Y 201 - - - X
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2 Entry composition (i)

There are 32 unique types of molecules in this entry. The entry contains 89361 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 50S ribosomal protein L1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 0 224 1651 1031 302 313 5 0 0 0
e Molecule 2 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 A 274 2107 1313 423 368 3 0 0 0
There are 3 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment Reference
A 7 LYS ARG conflict UNP QI9RXJ9
A 25 ALA THR conflict UNP Q9RXJ9
A 270 LEU ILE conflict UNP Q9RXJ9
e Molecule 3 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3 B 205 1540 965 295 272 8 0 0 0
e Molecule 4 is a protein called 50S ribosomal protein 4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 C 197 1507 935 287 283 2 0 0 0

e Molecule 5 is a protein called 50S ribosomal protein L5.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 D 177 1401 892 247 255 7 0 0 0
e Molecule 6 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) 2 171 1287 812 237 237 1 0 0 0
e Molecule 7 is a protein called 50S ribosomal protein L11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 F 144 1048 663 183 197 5 0 0 0
There are 2 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment Reference
F 2 ARG LYS conflict UNP Q9RSS7
F 3 ARG LYS conflict UNP Q9RSS7
e Molecule 8 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 G 142 1115 704 209 199 3 0 0 0
e Molecule 9 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) H 134 997 614 198 180 5 0 0 0
e Molecule 10 is a protein called 50S ribosomal protein L15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
10 I 141 1068 655 216 197 0 0

e Molecule 11 is a protein called 50S ribosomal protein L16.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 J 136 1091 696 202 186 7 0 0 0
e Molecule 12 is a protein called 50S ribosomal protein L17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 K 113 879 541 178 158 2 0 0 0
e Molecule 13 is a protein called 50S ribosomal protein L18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
13 L 104 778 476 159 143 0 0 0
There is a discrepancy between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment Reference
L 26 LYS ARG conflict UNP Q9RSL2
e Molecule 14 is a protein called 50S ribosomal protein L19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
14 M 109 867 540 171 156 0 0 0
There are 4 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment Reference
M ? - LEU deletion UNP Q9RWB4
M ? - ARG deletion UNP Q9RWB4
M ? - GLU deletion | UNP Q9RWB4
M ? - LEU deletion UNP Q9RWB4
e Molecule 15 is a protein called 50S ribosomal protein L20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 N 17 978 608 210 159 1 0 0 0

e Molecule 16 is a protein called 50S ribosomal protein L21.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
16 0 9 742 465 139 138 0 0 0
e Molecule 17 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
17 P 127 1014 639 199 174 2 0 0 0
e Molecule 18 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 Q 93 727 458 136 131 2 0 0 0
e Molecule 19 is a protein called 50S ribosomal protein [.24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
9 R 110 826 513 160 152 1 0 0 0
e Molecule 20 is a protein called 50S ribosomal protein L25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 S 175 1346 849 236 255 6 0 0 0
e Molecule 21 is a protein called 50S ribosomal protein L27.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 T 84 626 393 122 110 1 0 0 0
e Molecule 22 is a protein called 50S ribosomal protein L28.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
22 U 2 553 341 116 96 0 0

There is a discrepancy between the modelled and reference sequences:
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Chain

Residue

Modelled

Actual

Comment

Reference

U

67

ILE

LEU

conflict

UNP QIRRGS

e Molecule 23 is a protein called 50S ribosomal protein L29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
231V 06 534 327 107 97 3 0 0 0
e Molecule 24 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 W 95 424 264 82 T6 2 0 0 0
e Molecule 25 is a protein called 50S ribosomal protein L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25 Z o7 453 278 93 77 5 0 0 0
e Molecule 26 is a protein called 50S ribosomal protein L33.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 1 54 404 256 73 74 1 0 0 0

There are 13 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
1 0 ALA - insertion | UNP Q9RSS54
1 1 ALA - insertion | UNP Q9RSS4
1 3 GLY LYS conflict UNP Q9RSS4
1 4 ALA ASP conflict UNP Q9RSS4
1 5 ALA GLY conflict UNP Q9RSS4
1 45 ALA LYS conflict UNP Q9RSS4
1 46 HIS LYS conflict UNP Q9RSS4
1 47 VAL HIS conflict UNP Q9RSS4
1 49 PHE VAL conflict UNP Q9RSS4
1 50 ALA PHE conflict UNP Q9RSS4
1 51 ALA - insertion | UNP Q9RSS4
1 52 ALA - insertion | UNP Q9RSS4
1 53 ALA - insertion | UNP Q9RSS4
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e Molecule 27 is a protein called 50S ribosomal protein L34.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
27 2 47 393 235 92 64 2 0 0 0
e Molecule 28 is a protein called 50S ribosomal protein L35.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 3 65 509 320 104 80 5 0 0 0
e Molecule 29 is a RNA chain called 23S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
29 X 2780 59673 26617 11011 19265 2780 0 0 0
There is a discrepancy between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment | Reference
X 1526 U UNK conflict GB 11612676
e Molecule 30 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
30 Y 122 2601 1161 476 842 122 0 0 0

e Molecule 31 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

31 o 1 Total Mg 0 0
1 1

31 A 1 Total Mg 0 0
1 1

31 N 1 Total -~ Mg 0 0
1 1
Total Mg

31 X 177 177 177 0 0
Total Mg

31 Y 5 5 5 0 0

31 M 1 Toltal l\gg 0 0
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e Molecule 32 is Hygromycin A (three-letter code: HGR) (formula: Cy3Ho9NOjs).

HGR

o010

OH wz

[ H
19} o8
o I C,

R o)

1
n
N} -
o Ho B .
:

% o O
) OE:LH HZ6

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O

32 X 1 o CNo 0 ;
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry and electron density.
Residues are color-coded according to the number of geometric quality criteria for which they
contain at least one 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, are shown in grey.
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508 ribosomal protein L11

e Molecule 7

6%

[ o
e
= a

33%

60%

<
-
<

42%

Chain F

[
LSI

*

¥9d
€8I
CSI

0sd

Lva

€EN

0gx
620

Le1
9Ty

© o
-
oA

o000
S
—
A

TH

® LETL
® 9€TA

TETN
€ETS

0ETL

L2TA
9CTL

1214

® <201a

661

€63

Ted
061
68S

b

508 ribosomal protein L13

e Molecule 8

6%

6%

45%

A47%

Chain G

907X

20Ty
TOTL

S671

88A

S8Y
78N

z8A
T8A
08A
6.4

LLD
9.0

ELN

0L4
690

194

194
8SI

SSV
791
€94
{41
191
08d

e7A
{47\

07N
6€d

508 ribosomal protein .14

e Molecule 9

23%

46%

~
%)
(&

29%

2%
m

Chain H

890d

99V
SO
7oA

3

09d
65V

pAs(cl

39S
gy
TSA

08I

SYY

e}
(%)
(&

621

o < © 0
(A ] N
Iﬂ: >IzlU

Ted

o
]
Iz

© N~
— o
<m

EIN

1234

L9
98

€N
CI

911y
STTV

1114

188

S8d

08y

8.8
LLL
9.4
SLA
VLA

TLA

508 ribosomal protein L15

e Molecule 10

11%

43%

43%

24%

Chain I

69D

°
[
©
In:

Tod

994

<
0
7]

[4:p)

® 0ST

® 8bd

LK
e

i

SeEN

-
M 0
O M

0EV

1443
€2d

Teyu
0zd

9TYd

42!

(453

[

o0
~
(=2

0T1d
6L
8d

©
=

[ XX N N )
<
~
=

ovIA
6ETH
8ETH

9ETV

€ETA
CETY

0€TI

8TTA

ST1S
P11

6071
® 8011
® LOTH

® S01d
e 70Td

® 20T
e T0TY
0014

164
964

v6d
€61

T6ea
064

181

O

R LDWIDE
PROTEIN DATA BANK

W



5DM7

wwPDB X-ray Structure Validation Summary Report

Page 16

e Molecule 11: 508 ribosomal protein L16
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e Molecule 12: 50S ribosomal protein L17
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e Molecule 13: 50S ribosomal protein L18
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e Molecule 14: 50S ribosomal protein .19

283

08V

3%

Chain M: .

23%

44%

32%

i
©
_x

985V
GSI
® vSA

T84

(54
87

EVN

84
LEL

SGEA

EEA

3

e Molecule 15: 508 ribosomal protein 120

Ted

82YH

®
@
=1

9za

€Th

TeL
0CH

810

o <
— —
Cl ~

© N~

© © ©O

B>

SOTA
%011

[4944

00Ty
® 66A

963
v6A

68N

78y
€84
28d
184

3

LLA

S.4
LD
€Ld

9%

8%

62%

30%

Chain N:

D E

O

R L DWI
PROTEIN DATA BANK

W



5DM7

wwPDB X-ray Structure Validation Summary Report

Page 17

+

STIN

€118

T11d
OTTA

L0TH

7013
€0Td

861

0
o 0
e

c6d
TeN
061

S84

€81

081
6.4

LLS
9LA

e Molecule 16: 50S ribosomal protein L21

YLW
€LD

TLT
0.4

89D

99N
S9I

e
Q
@

[42%

691

999
S94

€9H
294

16%

180
9SA

4578
€94

TSV

Lvd
9%A

4]
€vd
{474

45%

9€N

ved

0€d

38%
o
2
=

LD

6%

Chain O: —

L

S61

€61
{4314

e Molecule 17: 508 ribosomal protein 122

064

15%

53%

31%

4%

Chain P: -

69V

993
S98
YoV

{41

09I
664

L8971
¥sq

150

8vi
L%D

SYI

£%a

6ed
8€EA
LeX

Sed
ves
EEN
ey

0EA

8cy
LTA

e Molecule 18: 508 ribosomal protein 123

44
[48’s
614

8TA
LTD

STH
j41!

(45}
™

64

1

TETH

62TV
8CTA
1271
9211
SCTL

€CTH
(4453

0zTY

L ]

T11d
01TV

® 9011
® S0T1Y

€011
2OoTL

3

L6A
964

v6d

[ae)
2]
=X

14%

39%

46%

13%

Chain Q:

LLY

S.d

cL
TL0

691
894

€93
® 2%
T9%

e ¥l
wy
ova
6e)
8€I

SeX

8CTM

9Cs
SCA
j£4)

{44

e Molecule 19: 508 ribosomal protein 1.24

25%

34%

LD

89D

©
©O
o

€91
(420

63934

LGN

9G4

SI

08D

LeT

61D

(4358

0TTs

YOTA

[40’s
® 101D

66A

6L

68D

1,84

€81
43
8A

LLH
9LT

e Molecule 20: 508 ribosomal protein L25

D E

O

R L DWI
PROTEIN DATA BANK

W



5DM7

13%

43%

wwPDB X-ray Structure Validation Summary Report

41%

13%

Page 18
Chain S:

I zSTI 691
it
TR
0L 69TV
691 8HTL e TOV
89Y LPTT o 291 . —%
19% 9%TH I T9M 2 )
991 sy1a N © 09A
1 o 651
THTH | osed

© N~
[eTe)
o>
Ny
[Te}
o

990

© NI IS
) © © O
= <
L)
Io

@ mm

=

o

17%

[ ]

< 10

0 w

= o
oo

0 o 1
E=R

I P g 153 051
121d e I ) 67H
$31 921D 05V [ |
| esa sz1d [y | e 9L
25d e weIv | 9t) 8ty €51 o [ |
19T ® €TIA o L¥H zsb 3 £7I
s e eI S 91 19v ) []
6vL 12T < €Y1 e SWN 1 ovA
011 . o Y sHH 6€V
| o &wu I 8ed
Azt ETTA | oawd oL
ova 684 9 ) 98
SEA ovy 1 ses
L1 X 6e) A%t YEA
ocu = 561 0 o se1 o o e
I Lo1d [\ qeN N I N o ™ zeu
9019 — ih) — — o l£1 — | o1es
£ev 50T | eev | e Sel | esdb 0ga
zes Cots = e = e 5 = = e
£0TYH | o1en £8) 821
62N ,.nbu 0EA ,.nbu | eeu | Lnlw zEeV ,.nbu
= [ect = 18D = TED =
f 66H ¥ 1 &N ogn oF S e [a¥ sz
STN — 9zd — 629 — b — | %z
| wek mmE m oS m e 8% m 821 m €21
£ey 565 . owed o lza | Led zey
zTA TLTT o £ZA o ® 9Ty o 9TI o 120
[] TLTA R R 2 szy 2 R S ozA
M ® Q 8 b Q ° Q Q 2
611 ° 3 < ® €8y A o Ty ) 3 Q 6TL
s e ° = z8d = ol gei = =
118 897TA I 181 R 2z — =
| ota | 88k 19TL N g [oss w0 « M wn 9Ty n 910
STa 181 9911 S 9 6.1 ) N = 1 =
98 qo1a 1O 8.4 1O 1O ® z1L LO <
S8H 791d .. Lo .. 9 e €1
veA | = o QR 3 S Com
€84 19TV N pEsm ° AN ° ™ j35)
o1d z8a | 0911 | [} 68 o v [} ° [} e sN [} 0TI
— — — — ..
| e 80 6STL = -+ e 8 olEmN S .- = o e = 1
Ld 1 8570 O - e A Tl O ) e €11 5} = ° [} e 9
o 514 i < o L o olmzmn 2 o = o g
N e ) = e 0.1 ) = e I e ik o = e 8 ) B= Lom
9.4 S5Td M < ° ° M < ol omt | [ | M < o € M < e €I
o S 7511 = e -~ 6 zis = e i -~ 2
H o 7w e @ O o o 99 ° @) . osL [ | ° O ol o @) Lo

18%

D E

R L DWI

O
PROTEIN DATA BANK

51%

erbDeBe

W

30%

5%

e Molecule 25: 508 ribosomal protein 132
Chain Z: T



wwPDB X-ray Structure Validation Summary Report 5DMT7

Page 19

891

o)
9
fﬁl

TSA

670

1

SYI

€VH

(0728
6€X
8€D
LEH

o)
)
o

€€d
ced

0€1

8¢d

9zl

<
5]
<

N~ 0 O
=g
Iozﬁl

508 ribosomal protein L33

o < w0
]
X0 X

(0)5:1

)
x

~
[

e Molecule 26

43%

13%

39%

46%

Chain 1

674

LYA

SYV
44l
€vA
cvd
wa

ool
[}
£

o)
]
=

ik

sl

<
&
[

TTA
TCA

<
—
©n

508 ribosomal protein L34

o
-
=

e Molecule 27

o oW
091
693
8a1
. 9gy
© o ¥sd
S
& olesi
o 2o
N T8V
S 091
6vA
8vd
159
i
o i
[ wa T
9%a 191
< svS o ovd
I oA 6€a
¥ €7l [ sen
zv1 ® .5
190 P
1 1)
Lex [ wer |
1 €EN
ey o) © ® cgb
£EY o w TEH
[Teev °
161
0€1 .m
L
o 9T
129 = o sud
9zs ¥ ey
— o £u
£ g
g .

° % ® 029
=S o = SLL
g S 8 o

o e LTL

119 ® 91T
9TH N )
STL )
e . M °
.. 5
T % o i
L | e o1V
< 8N .V.C ® 6i
N mmm S 5 el
o\ [ e 2 o e
ak oL
—_
E s S 5  m=m
< € M < Wi
=) [ < e
O e O e

:
e Molecule 29

® S9

™
©
A

23S ribosomal RNA

5%

25%

45%

23%

3%

Chain X

890

~
©
o

790

Ton

89D
18D

3

€99
zsy

LD
9%0

evy
{44

3

8€D

9€D

3
i

[4>0)

0gd
620

29
9TH
sen
144
€20
{449

81N

~
—
(&

i

T
oty

1710
[4%]
6ETV
8ETD

9ETV
SETN

5

8CTD

9210
SeTy
verv
€TTV

0T
611D

80TD

S0TD
701D

[0
TOTY

-3
1)
=}

§=2
=] =]

o
o 0
< O

o
0
[

o
«Q
<

6.9
8.0

9.0
SL0

€LY
cLY
TLY

69D

7120
€120

602D

020

102D

86TV

S6TY
761D

LL10

EVIV
cvin

8y

4

(4744

8€TH
LETD
9€T0

ceTY
T€TH
0€2D

® 7T

0zzn

S12D

[474°0]

6EEN

EEEY
CEED
TeEN
0€ED

8zey

szen
¥2ed

90%D

[4941

L6€eN
96€N

e€6en

oeen
68€D
88€D
L8EY

T9€D
09€VY
6G€D
83€D

73€D

[4cio0)]
TSEV

67€D

9%€d

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 5DMT7

Page 20

T97Y

LS%D
95%0

il

(410}
TSPV

Lyvn

SYPY
447"
evvy
6EVD

9EFY
SEPY

CEYD

0EVD

8ThY
LT%0

==

41 4

LISV

075D

905D

€08D
208y

86%0

S6%0

987D

08¥D

765D

265D

0650
6850
885D

Y83V

183V

6.9D
818N

9LSV
S.S0

€150

045D

998N
998V

299D

095D

€990

0890
679D

%80

659D
859D

YTV
€299
ccon

719D
£T9Y

019D
6090

709N

TO9V

865N

TTLO

L0L0
90.LY

70LD

TOLY

869V
699
9690

769D
£69Y
269D
1690

889Y

9890
S890N
7890

2899
189V

819D
L19D
919D
S.90

299D

veLY
€6.D
z6e.Ln
T6.LD

88.LD

§8.0
v8.Ln
€8.LD
z8.L0

6.LL0

LLLY
9LLD

TLLD

0L.L0

L

LS50

i
3

€50
TSLD

6%.L0

LYLY

S%.L0

TvLD

LELD
9€.LD

£%8D
{444

6€80N

LE8N

SE8N

€E8Y
[43514

0€80

828D
128D
928N

[44:5]

0z8n

L18Y

€18V

118D
or8n
608D

$508D

T08V

Szen

(4494

(4134

888D
1889
988V

1869

1860
0869

€507D

i

970TN
S701D
79010
EVOTY

T%01D

T€0TD
0€0TN

[440a )

8869

8TT1D
L1T1D
91110
STT1D

16010
@® 06070

8801V

[ ]
@ /L8TTV
® 9811D
[ ]

8LT1D
.10
9,710
SLTTY
YLTTD

69110

TSTTN

6711D
8¥11D

@® 6ETTV
[

Ean)
€5CTD

YT

62CTD

9TV

44444

(4445

0zeTd
6121D

(242
60CTD
80CTV

@® 68T1D

CIeTD
TIETD
0TETD
60ETD
80€TD
LOETN

SGOETD

€0ETN

S6TTn
76210

26CTY

0621V
68CTY

1821V
9821N
S8CTV

€821
28TV

9,210

€L2TD

89210
L9921V

S921D
v921d
€92TD
2921

09CTV

v8ETD
€8ETD

08€TD
BLETY

|

SLETD
YLETD

TLETD

B
3

89€TH
LOETY
99€TV
S9€TN

09€TD

E€SETY
CSETD
TSETD

6YETY
8%ETD

CEETD

0€ETD
62ETN

b

S2ETN
YCETD

0zZeTY

8TETY
LIETD

8SHTV
LSYTV

SS¥10

18710

fumd

—
O

)

R LDWIDE

EEVIV

0EVTD
(1474414

YOV 1D

[ 4045
TO7TD

86ETH

S6ETY

98ETY
S8ETD

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 5DMT7

Page 21

8CSTD

9zsTn
STSTY
41
€CSTY
¢TSI

8TSTD

|

€151

TISTY
OTSTYV
60STV
80STD

98%1N
78V1D

[4si4d0

6.LY1D
8.¥1n
LLYTD
9.¥1D
Sy

|

TLYTD

L9710
99%1D

eidal
€9VTV
[4°i4%)
T9%10
09%1D

20919

00970
e
€6STO
26STN
T6S10

98STY

18510

6.ST1D
8.S1N

S.LSTO

€LSTD

TLSTD

69STV

L9STY

951N

09GTV

LSSTD
9GSTV
SSSTV
7SSTD

@® TSST10

6%STO
8%STNn

S¥STD
1Al

(4215

6€STN

SESTO
VESTY
€ESTD

0€STN
62STO

79910

09919

65919
LS9TV
99910
YS9TV
€991D
2991
78910
L¥910

S¥91Nn

(4429

9€9TD

Ye9TY
€€91D
TEITY

SZITV

€29TD

12910

6T9TY
81910
L191D

8TLIY

0ZLTD

CTLID

0T.TN
60.T0
80LTD

90LTY
S0LTN

€0LTD
COLTD
T0LTD
00410

86910

f
+

891D

89TV

S.L9T0

€L9T0

0081V

|

96.LTV
S6LTD
V6LTY
€6LTYV

T6L10

VLLIY
€LLTO

L9L79D

S9L10

T9L1D

LSLTD
9GLTD
SSLTD

VLIV
SYL1D

€VLID
YLD
L1

8€LTN
LELTD

99819
S98TD
79810
€9810
29810

898TD
15819
958TN

981D

2881
T98TY
08819
6%81D

S¥8TV

981D
0¥8TV
6E8TY
8€8TD

9€8TD
GE8TD

T€8TH
0€81D
62810

LT8TD

ST8TD

3
E

0281

818TD

91819
S18TD
71819
€181V

908TD

+

70810
€08TD
2081V

SE6TY

€E6TD

L1610

161D
1161V
0T6TY

806TD
L06TD
90610
S06TD

® €06TD
(]

®

® 00610
(]
@ 86810
(]
@® 9681V
®
®
@® €681

16810

881D

S.18T0

6981V

9661V

06610

8861V
18619
98619

€L6TD
TL6TD

89619
L9610
99610
99610

€96T1D

0961V

LS6TD
956TD
GS6TD
7561V

¢S6TY
TS61D

6761V
8%61D

97610

EV6TV
Z¥61D

0¥61D

8€6TN
LEBTD
9€6TY

9%02D
S702V

LEOTY

SE0TD

Teocy

920D

§eoey
j£4uan

2ToTd
120D
020Zd

8102
L1020
9102V
ST02D

€102V
(454 4
T1020
0102D

L

8002D

70020

8661V

9112

£602D

16020

88020
18020

S$802D
78020
€802

78020

6.L02Y
8L029

9.029
5,020

89020
9020
99029
S902V

€902V

0902V
65020
8502n

ogeey
§2TTH
veeen
geeen

® 2TS1ey
TSTCH
0s120n
6%12D

L%120

sviey
¥¥120

® Cv1iTd
15414
® O0v1Zd

® LE1TD

SETTD
veTen

TE€TTD
® 0€12d
o
8zTen
Lgren
9zTen
S2T12O

Eista )
¥5ced
€5TTY

8¥vcey
LyTey
oveey
Sveey

€%22D
veed
Tveen

6€22D
8€TTH
LETTD

SETTD

T€TTH

62229

4544
€12TD
c¢reen

602TD
80T2n

86120
Leten
9672Nn

06TCY
68TCY

6TETD

L1€TD

€T€TD

+
E

0T€TD
60€TH
80€TY
Loezy
90€TY
S0€2D

20€TH
TOETY

662CY
8672n
1622
96TCn
S622D
v6cen
€622
26220
Tezen

6822V
8822V

¥8cen

LLTey

.22

cLTey
TL22D
0.Lzzn

8922

S9geV
922D

T922TH

852CH

9522

98€TH

€8€2D
T8ETD

6.LETD
8.LETD

L7244 §

L9ETY

S9€2Nn

€9€TD
T9ETD

09€2d
6seen
8SETD

BEETY

LEETY
9€ETD

YEETD
£eeTy
TEETH

62€TD
8CETH

sgeey
vceed
€zceen
ceeen
T2eTd
0zeed

[i74

Sv¥20
i4%474)
%474

0%%2d

8EVTY

9e¥veNn
SEYTD

[5574 4
(14741

l4743)

(4474
T2%20

L1%20
91¥en
ST¥ZH

115741

T1%CV

90%2d

00%2D

L6€cy
96€2D

C6ETH
T6ETY

88€TH
L8gen

O

R LDWIDE
PROTEIN DATA BANK

W



5DM7

=
—
@}
o
Q
o'
>
—
<
g
g
=
[9p]
e
.8
=
g
G
-
<}
—
=
-
]
=
—
+—
[9p]
z
D
=
/M
a
[al
E
=

Page 22

grsey
T152D

6052V
8052

§0S2D
%052

Toszn
0052
66720

oeven

98%2D

12574
€LY2D

T.%20

99%2D

2574

9sven

¥sved
€5¥2D
¢sven

¥.92D
€.52D

8952V

85920

955eY

TvSen

i

LESTD
9€STD

vesen

0€52D
6292

Tesey
ozsey
61520

L1S2D

€T5eY

LE9TD
9€9CV

T€9ZD
0€920
6292n

12929
9292Nn

742143
£€29CV

1292H
029ZH
6192D
8192V

9192n

k

192D

07T92ZD
6092D

L092D

%09¢D

0092V
66520

L6STH

S6520

€652V

e Molecule 30

88920

98520

185CV
08520

LLSTV

00420
6692D

98920

¥89¢V
£8920

6.92D

S.92n

€L92D
2.L92n
1,920

69920

19920

i
3

%992

L

859CV
L592D

29929

09929
6792V

97920

S%920
Al

T99Cv

19120
99.2n

29.LTH
T9.LTV

65,20

gg.ev
¥9.20

252D

0§.2D
6%.2Y

LvL2Dd
9v.LTH
Sv.LTY
j42x4 1

v.LTD
T9.L2D

6E.LTD
8€LTY

9gLen
S€.L2TD

CeLTD
TELTD

LTLTD
9z.Lzn
SCLTO

0z LTy
61,20

L

47X4 )

TTL2D
0TL2D
602D
80.2n
L0.2D

68TV

praciad)
92820

0782V

80820

$S082H
%082
€082D
20820
1082V

66.20
86,2V

06.2D
68.2n

98.2D
S8.LTV
v8.L2Y

28.LTH
18.29

vllen
€LLTD
cLlzn

0LLeY

9,820

v.L8CV
€.L82H
(X141
T.820
04820

89829

S982H

%9820
£€982N

09820
69820

9982N
§982D

€5820
2S8TH

05820

¥¥82H
E78CY

0%82n

8€82N
LE8TD

SE8TY
vesey
€€8CD

5S ribosomal RNA

2%

20%

51%

28%

) re)
— N
-ofcl

Chain Y

SOV
%90

290

09V

89D
80

©
re)
o

<
el
=}

o
v}
=}

i

(4711
34l

9Ly
S€0
€D

o <o
Mmoo
IU‘:UI

©
3]
<

[45]

M WO N Q
< ODOLUDLOLDO

9.0
SLY

0.0
89V

190
999

O

R LDWIDE
PROTEIN DATA BANK

W



Page 23 wwPDB X-ray Structure Validation Summary Report 5DM7

4 Data and refinement statistics (i)

Property Value Source
Space group 1222 Depositor
Cell constants 169.82A  411.54A  695.65A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 57.02 — 3.00 Depositor
Resolution (4) 59.03 3.0 EDS
% Data completeness 91.9 (57.02-3.00) Depositor
(in resolution range) 76.2 (59.03-3.00) EDS
Rinerge 0.21 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.32 (at 3.01A) Xtriage
Refinement program PHENIX Depositor
R R 0.284 , 0.326 Depositor
7 Phfree 0271 , 0.317 DCC
Rree test set 21382 reflections (4.83%) DCC
Wilson B-factor (A?) 66.7 Xtriage
Anisotropy 0.402 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.16 , 40.0 EDS
L-test for twinning? <I|L|>=043, < L?*>=1025| Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.92 EDS
Total number of atoms 89361 wwPDB-VP
Average B, all atoms (A?) 142.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.33% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.
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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: MG,
HGR

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 | py/q7 #4|Z| >5 RMSZ #4|Z| >5

1 0 0.25 0/1674 0.46 0/2257

2 A 0.40 0/2149 0.62 0/2890

3 B 0.66 0/1568 0.92 2/2105 (0.1%)

4 C 0.50 0/1530 0.75 0/2070

5 D 0.36 0/1420 0.59 0/1903

6 E 0.39 0/1309 0.61 0/1771

7 F 0.30 0/1067 0.55 0/1446

8 G 0.47 0/1139 0.74 0/1539

9 H 0.72 0/1007 1.02 1/1352 (0.1%)

10 I 0.49 0/1082 0.78 0/1448

11 J 0.60 0/1114 0.83 1/1486 (0.1%)

12 K 0.81 0/887 1.11 4/1188 (0.3%)

13 L 0.54 0/784 0.79 1/1045 (0.1%)

14 M 0.76 0/880 1.02 3/1179 (0.3%)

15 N 0.65 0/994 0.77 0/1323

16 O 0.54 0/751 0.75 0/1000

17 P 0.75 0/1027 0.93 0/1373

18 Q 0.46 0/738 0.63 0/988

19 R 0.58 0/836 0.87 0/1121

20 S 0.40 0/1371 0.68 0/1862

21 T 0.52 0/634 0.70 0/838

22 U 0.52 0/557 0.88 1/741 (0.1%)

23 \Y 0.40 0/538 0.58 0/714

24 W 0.51 0/426 0.74 0/568

25 Z 0.67 0/465 0.99 1/622 (0.2%)

26 1 0.47 0/411 0.68 0/554

27 2 0.47 0/397 0.70 0/521

28 3 0.56 0/516 0.75 0/673

29 X 0.79 | 28/66826 (0.0%) | 1.38 | 1078/104247 (1.0%)

30 Y 0.61 0/2907 1.12 10/4529 (0.2%)
All All 0.73 | 28/97004 (0.0%) | 1.25 | 1102/145353 (0.8%)
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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
3 B 0 1
9 H 0 1
10 I 0 1
13 L 0 1
14 M 0 2
19 R 0 1
All All 0 7

The worst 5 of 28 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
29 X e A N3-C4 | 7.61 1.39 1.34
29 X e A Ch-C4 | 7.18 1.43 1.38
29 X 1682 A N7-C5 | -6.86 1.35 1.39
29 X 1975 G N7-C5 | 6.29 1.43 1.39
29 X 2823 G N9-C8 | -6.08 1.33 1.37

The worst 5 of 1102 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
29 X 1678 G C8-N9-C4 | 14.96 112.38 106.40
29 X 1292 A C8-N9-C4 | 14.80 111.72 105.80
29 X e A N1-C6-N6 | 13.97 126.98 118.60
29 X 1679 U C5-C6-N1 | -13.00 116.20 122.70
29 X 1678 G N7-C8-N9 | -12.95 106.62 113.10

There are no chirality outliers.

5 of 7 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
3 B 85 | ALA | Peptide
9 H 36 | THR | Peptide
10 I 52 | GLY | Peptide
13 L 87 | VAL | Peptide
14 M 2 GLN | Peptide
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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 0 1651 0 1693 51 0
2 A 2107 0 2190 133 0
3 B 1540 0 1600 117 0
4 C 1507 0 1525 115 0
) D 1401 0 1481 81 0
6 E 1287 0 1336 93 0
7 F 1048 0 1088 35 0
8 G 1115 0 1144 50 0
9 H 997 0 1046 81 0

10 I 1068 0 1103 68 0
11 J 1091 0 1125 66 0
12 K 879 0 930 79 0
13 L 778 0 820 o7 0
14 M 867 0 890 64 0
15 N 978 0 1020 95 0
16 O 742 0 756 37 0
17 P 1014 0 1096 80 0
18 Q 727 0 753 31 0
19 R 826 0 881 65 0
20 S 1346 0 1372 71 0
21 T 626 0 655 38 0
22 U 553 0 604 50 0
23 V 534 0 258 13 0
24 W 424 0 470 24 0
25 Z 453 0 455 49 0
26 1 404 0 416 25 0
27 2 393 0 420 24 0
28 3 509 0 5965 56 0
29 X 09673 0 30060 1967 0
30 Y 2601 0 1327 91 0
31 A 1 0 0 0 0
31 H 1 0 0 0 0
31 M 1 0 0 0 0
31 N 1 0 0 0 0
31 X 177 0 0 1 0
31 Y 5 0 0 0 0
32 X 36 0 29 2 0

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

Mol | Chain | Non-H | H(model)
All All 89361 0

H(added)
59408

Clashes | Symm-Clashes
3326 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 23.

The worst 5 of 3326 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)
3:B:14:ILE:HB 14:M:20:HIS:HD2 1.16 1.11
12:K:79:VAL:HA | 12:K:83:VAL:HG13 1.35 1.06
29:X:1225:G:H1’ 29:X:1250:A:H61 1.21 1.03
29:X:517:A:H5” 29:X:518:A:HY’ 1.37 1.02
29:X:2690:A:0P1 | 29:X:2692:A:0P2 1.78 0.99

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 0 222/224 (99%) 139 (63%) | 58 (26%) | 25 (11%) |
2 A 272/274 (99%) 206 (76%) | 50 (18%) 16 (6%)

3 B 203/205 (99%) 152 (75%) | 33 (16%) 18 (9%)
4 C 195/197 (99%) 123 (63%) | 50 (26%) | 22 (11%)
5 D 175/177 (99%) 117 (67%) | 42 (24%) 16 (9%)
6 E 169/171 (99%) 119 (70%) | 33 (20%) | 17 (10%)
7 F 142/144 (99%) 100 (70%) | 27 (19%) | 15 (11%)
8 G 140/142 (99%) 111 (79%) | 19 (14%) 10 (7%)
9 H 132/134 (98%) 96 (73%) 18 (14%) | 18 (14%)
Continued on next page...
grDe
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Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers
10 139/141 (99%) 93 (67%) 30 (22%) | 16 (12%)
11 J 134/136 (98%) 97 (72%) 28 (21%) 9 (7%)
12 K 111/113 (98%) 81 (73%) 18 (16%) | 12 (11%)
13 L 102/104 (98%) 68 (67%) 18 (18%) | 16 (16%)
14 M 107,/109 (98%) 83 (78%) 14 (13%) 10 (9%)
15 N 115/117 (98%) 90 (78%) 19 (16%) 6 (5%)
16 O 92/94 (98%) 69 (75%) 13 (14%) | 10 (11%)
17 P 125/127 (98%) 102 (82%) | 17 (14%) 6 (5%)
18 Q 91/93 (98%) 67 (74%) 16 (18%) 8 (9%)
19 R 108/110 (98%) 63 (58%) 28 (26%) | 17 (16%)
20 S 173/175 (99%) 123 (711%) | 32 (18%) | 18 (10%)
21 T 82/84 (98%) 68 (83%) 8 (10%) 6 (7%)
22 U 70/72 (97%) 39 (56%) 15 (21%) | 16 (23%)
23 \Y 64/66 (97%) 54 (84%) 9 (14%) 1 (2%)
24 W 53/55 (96%) 36 (68%) 13 (24%) 4 (8%)
25 Z 55/57 (96%) 36 (66%) 13 (24%) 6 (11%)
26 1 52/54 (96%) 31 (60%) 13 (25%) 8 (15%)
27 2 45 /47 (96%) 38 (84%) 6 (13%) 1 (2%)
28 3 63/65 (97%) 38 (60%) 17 (27%) 8 (13%)
All All 3431/3487 (98%) | 2439 (71%) | 657 (19%) | 335 (10%)

5 of 335 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 0 17 SER
1 0 61 PRO
1 0 157 ILE
1 0 216 PRO
2 A 25 ALA

5.3.2 Protein sidechains (i)

Percentiles

In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a
percentile score with respect to all X-ray entries followed by that with respect to entries of similar

resolution.
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The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 0 167/167 (100%) 150 (90%) | 17 (10%)
2 A 214/214 (100%) 177 (83%) | 37 (17%)
3 B 155/155 (100%) 123 (79%) | 32 (21%)
4 C 157/157 (100%) 117 (74%) | 40 (26%)
5 D 153/153 (100%) 126 (82%) | 27 (18%)
6 E 136/136 (100%) 111 (82%) | 25 (18%)
7 F 107/107 (100%) 94 (88%) 13 (12%)
8 G 118/118 (100%) 97 (82%) 21 (18%)
9 H 103/103 (100%) 73 (71%) 30 (29%)
10 I 108/108 (100%) 88 (82%) 20 (18%)
11 J 110/110 (100%) 82 (74%) 28 (26%)
12 K 90/90 (100%) 68 (76%) 22 (24%)
13 L 74/74 (100%) 46 (62%) 28 (38%)
14 M 92/92 (100%) 58 (63%) 34 (37%)
15 N 96,/96 (100%) 82 (85%) 14 (15%)
16 O 75/75 (100%) 59 (79%) 16 (21%)
17 P 109/109 (100%) 85 (78%) 24 (22%)
18 Q 75/75 (100%) 57 (76%) 18 (24%)
19 R 91/91 (100%) 71 (78%) 20 (22%)
20 S 149/149 (100%) 119 (80%) | 30 (20%)
21 T 62/62 (100%) 42 (68%) 20 (32%)
22 U 57/57 (100%) 38 (67%) 19 (33%)
23 \Y 54/54 (100%) 45 (83%) 9 (17%)
24 W 48 /48 (100%) 38 (79%) 10 (21%)
25 7 51/51 (100%) 43 (84%) 8 (16%)
26 1 38/38 (100%) 33 (87%) 5 (13%)
27 2 40/40 (100%) 32 (80%) 8 (20%)
28 3 51/51 (100%) 34 (67%) 17 (33%)
All All 2780/2780 (100%) | 2188 (79%) | 592 (21%)

5 of 592 residues with a non-rotameric sidechain are listed below:
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Mol | Chain | Res | Type
11 J 27 TYR
13 L 82 LYS
24 W% 26 ARG
11 J 64 LYS
12 K 59 ASP

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 17 such
sidechains are listed below:

Mol | Chain | Res | Type
7 F 11 GLN
13 L 37 HIS
23 \Y 52 GLN
6 E 139 GLN
26 1 30 ASN

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
29 X 2776/2881 (96%) 839 (30%) 0
30 Y 121/122 (99%) 35 (28%) 0
All All 2897/3003 (96%) 874 (30%) 0

5 of 874 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
29 X 8 A
29 X 13 A
29 X 15 G
29 X 54 G
29 X 63 A

There are no RNA pucker outliers to report.

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

There are no non-standard protein/DNA /RNA residues in this entry.

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.
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5.6 Ligand geometry (i)

Of 187 ligands modelled in this entry, 186 are monoatomic - leaving 1 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the chemical component dictionary. The Link
column lists molecule types, if any, to which the group is linked. The Z score for a bond length
(or angle) is the number of standard deviations the observed value is removed from the expected
value. A bond length (or angle) with |Z] > 2 is considered an outlier worth inspection. RMSZ is
the root-mean-square of all Z scores of the bond lengths (or angles).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | "' RMSZ | %7 > 2| Counts | RMSZ | #]Z| > 2
32 | HGR X 6178 - 39,39,39 | 1.80 | 7 (17%) | 48,58,58 | 1.70 | 8 (16%)

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
32 | HGR X 6178 - - 0/20/79/79 | 0/4/4/4

The worst 5 of 7 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
32 X 6178 | HGR | C5-C6 | -4.43 1.42 1.50
32 X 6178 | HGR | C3-C2 | -3.85 1.41 1.48
32 X 6178 | HGR | C5-C4 | -3.36 1.43 1.49
32 X 6178 | HGR | C17-N1 | 2.06 1.49 1.45
32 X 6178 | HGR | C12-C14 | 3.84 1.43 1.33

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

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
32 X 6178 | HGR | C23-O8-C18 | -3.83 100.22 106.22
32 X 6178 | HGR C4-C3-C2 -3.79 118.17 121.88
32 X 6178 | HGR | 0O1-C10-C9 | -2.67 101.47 104.97
32 X 6178 | HGR C1-C2-C3 2.48 120.84 115.87
32 X 6178 | HGR | 0O10-C19-C17 | 2.60 114.88 109.61

There are no chirality outliers.

There are no torsion outliers.
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There are no ring outliers.

1 monomer is involved in 2 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
32 X 6178 | HGR 2 0

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9” lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol [ Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) [Q<0.9
1 0 224/224 (100%) 4.90 179 (79%) m'm 291, 311, 319, 322 0
2 A 274/274 (100%) 0.62 39 (14%) 108, 151, 172, 185 0
3 B 205/205 (100%) 0.04 4(1%) 65 36 | 67,102, 129, 146 0
4 C 197/197 (100%) 0.12 10 (5%) 29 93, 133, 158, 177 0
5 D 177/177 (100%) 0.29 14 (7%) | 13 165, 183, 200, 214 0
6 E 171/171 (100%) 0.09 10 (5%) 24 [9] | 116, 167, 191, 198 0
7 F 144 /144 (100%) 2.33 60 (41%) 233, 259, 275, 281 0
8 G 142/142 (100%) 0.28 8 (5%) 25 87, 125, 139, 169 0
9 H 134/134 (100%) -0.10 3(2%) 62 33 70, 92, 108, 118 0
10 I 141/141 (100%) 1.05 34 (24%) 98, 150, 173, 182 0
11 J 136,/136 (100%) 0.94 25 (18%) 107, 126, 156, 159 0
12 K 113/113 (100%) 0.22 6 (5%) 63, 82, 95, 99 0
13 L 104,/104 (100%) 1.12 25 (24%) 126, 147, 162, 173 0
14 M 109/109 (100%) -0.06 3(2%) 53 25 72, 89, 117, 147 0
15 N 117/117 (100%) 0.36 10 (8%) | 11 | ' 90, 118, 144, 153 0
16 0 94/94 (100%) -0.28 6 (6%) 20 103, 129, 156, 173 0
17 P 127/127 (100%) 0.16 5(3%) 40 |16 81, 96, 120, 180 0
18 Q 93/93 (100%) 0.59 12 (12%) f4f 1) | 108, 137, 160, 176 0
19 R 110/110 (100%) 0.37 8 (7%) 1166 | 111, 131, 166, 180 0
20 S 175/175 (100%) 0.47 23 (13%) f4 |1} | 134, 167, 185, 193 0
21 T 84/84 (100%) 1.16 19 (22%) fLfjof | 111, 130, 148, 171 0
22 U 72/72 (100%) 1.51 21 (29%) f 1o | 134, 163, 177, 182 0
23 \Y% 66,66 (100%) 0.82 12 (18%) f {1 | 147, 163, 190, 201 0
24 W 55/55 (100%) 0.66 6 (10%) k6 ) 12) | 112, 124, 142, 157 0
Continued on next page...
SPDB
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
25 Z 57/57 (100%) 0.05 3 (5%) 27 82, 97, 120, 130 0
26 1 54/54 (100%) 1.72 23 (42%) fo) o} | 140, 153, 179, 189 0
27 2 47/47 (100%) 0.17 2 (4%) 36 |15 108, 121, 132, 134 0
28 3 65/65 (100%) 1.63 26 (40%) J0J 10 115, 132, 143, 153 0
29 X 2780/2881 (96%) -0.16 79 (2%) 53 25 | 59,127, 241, 397 0
30 Y 122/122 (100%) -0.36 3(2%) 58 29 110, 157, 182, 203 0
Al | Al | 6389/6490 (98%) | 037 | 678 (10%) 59, 134, 276,397 | 0

The worst 5 of 678 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 0 204 | PHE 18.3
1 0 200 | ALA 18.1
1 0 205 | LEU 174
1 0 85 ALA 15.6
29 X 2127 U 15.3

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
of atoms in the group. The column labelled ‘Q< 0.9 lists the number of atoms with occupancy
less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
31 MG X 6033 1/1 0.83 0.69 50.68 76,76,76,76 0
31 MG X 6001 1/1 0.89 0.72 | 46.73 67,67,67,67 0
31 MG X 6162 1/1 0.76 0.77 41.13 | 104,104,104,104 0

WO RLDWIDE
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Continued on next page...
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Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
31 MG X 6147 1/1 0.93 1.07 | 30.90 93,93,93,93 0
31 MG X 6018 1/1 0.95 0.78 | 25.79 86,86,86,86 0
31 MG X 6167 1/1 0.90 1.05 | 25.64 97,97,97,97 0
31 MG X 6129 1/1 0.90 0.45 | 19.53 89,89,89,89 0
31 MG X 6132 1/1 0.92 0.56 | 19.09 84,84,84,84 0
31 MG X 6087 1/1 0.82 0.61 | 18.86 85,85,85,85 0
31 MG X 6085 1/1 0.82 0.41 | 17.47 66,66,66,66 0
31 MG X 6105 1/1 0.90 0.41 | 14.75 86,86,86,86 0
31 MG X 6014 1/1 0.80 047 | 13.89 99,99,99,99 0
31 MG X 6142 1/1 0.92 0.55 | 12.91 | 106,106,106,106 0
31 MG X 6011 1/1 0.91 0.39 | 11.98 | 104,104,104,104 0
31 MG X 6016 1/1 0.96 0.35 | 10.99 74,74,74,74 0
31 MG X 6019 1/1 0.93 0.48 | 10.81 75,75,75,75 0
31 MG X 6066 1/1 0.93 0.40 | 10.57 | 105,105,105,105 0
31 MG X 6054 1/1 0.96 0.38 | 10.32 79,79,79,79 0
31 MG X 6053 1/1 0.94 0.35 9.81 85,85,85,85 0
31 MG X 6006 1/1 0.78 0.56 9.65 70,70,70,70 0
31 MG M 201 1/1 0.94 0.67 9.22 71,71,71,71 0
31 MG Y 201 1/1 0.81 0.41 8.70 96,96,96,96 0
31 MG X 6022 1/1 0.84 0.58 8.63 92,92,92,92 0
31 MG X 6017 1/1 0.86 0.45 8.42 54,54,54,54 0
31 MG X 6068 1/1 0.93 0.38 8.22 | 111,111,111,111 0
31 MG X 6007 1/1 0.96 0.39 7.55 78,78,78,78 0
31 MG X 6062 1/1 0.86 0.72 6.89 87,87,87,87 0
31 MG X 6055 1/1 0.97 0.45 6.87 85,85,85,85 0
31 MG X 6037 1/1 0.89 0.41 5.74 65,65,65,65 0
31 MG X 6093 1/1 0.65 0.34 5.65 96,96,96,96 0
31 MG X 6171 1/1 0.85 0.32 5.58 | 118,118,118,118 0
31 MG N 201 1/1 0.76 0.38 5.42 74,74,74,74 0
31 MG X 6115 1/1 0.91 0.30 5.21 | 133,133,133,133 0
31 MG X 6008 1/1 0.95 0.26 4.65 58,58,58,58 0
31 MG X 6032 1/1 0.95 0.36 4.21 86,86,86,86 0
31 MG X 6060 1/1 0.92 0.64 4.21 80,80,80,80 0
31 MG X 6078 1/1 0.81 0.36 3.5 89,89,89,89 0
31 MG X 6071 1/1 0.89 0.33 3.17 99,99,99,99 0
31 MG X 6056 1/1 0.91 0.32 3.16 81,81,81,81 0
31 MG X 6021 1/1 0.94 0.26 3.15 91,91,91,91 0
31 MG X 6144 1/1 0.80 0.26 3.11 | 132,132,132,132 0
31 MG X 6131 1/1 0.80 0.39 297 80,80,80,80 0
31 MG X 6002 1/1 0.85 0.32 2.78 91,91,91,91 0
31 MG X 6051 1/1 0.73 0.54 2.64 83,83,83,83 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
31 MG X 6110 1/1 0.91 0.22 2.59 84,84,84,84 0
31 MG X 6059 1/1 0.90 0.24 2.16 88,88,88,88 0
32 | HGR X 6178 | 36/36 0.90 0.25 1.98 79,99,109,111 0
31 MG X 6108 1/1 0.92 0.52 1.93 | 108,108,108,108 0
31 MG X 6158 1/1 0.87 0.21 1.68 76,76,76,76 0
31 MG X 6023 1/1 0.97 0.37 1.35 83,83,83,83 0
31 MG X 6012 1/1 0.86 0.24 1.25 78,78,78,78 0
31 MG X 6004 1/1 0.96 0.28 1.03 93,93,93,93 0
31 MG A 301 1/1 0.73 0.34 | -0.14 | 108,108,108,108 0
31 MG X 6086 1/1 0.96 0.17 | -0.21 | 104,104,104,104 0
31 MG X 6038 1/1 0.94 0.08 | -4.26 82,82,82,82 0
31 MG X 6119 1/1 0.91 0.40 - 89,89,89,89 0
31 MG X 6042 1/1 0.86 1.01 - 96,96,96,96 0
31 MG X 6036 1/1 0.94 0.35 - 70,70,70,70 0
31 MG X 6174 1/1 0.73 0.30 - 117,117,117,117 0
31 MG X 6101 1/1 0.08 1.25 - 138,138,138,138 0
31 MG X 6127 1/1 0.80 0.62 - 81,81,81,81 0
31 MG X 6172 1/1 0.77 0.34 - 88,88,88,88 0
31 MG X 6044 1/1 0.94 0.41 - 66,66,66,66 0
31 MG X 6100 1/1 0.91 0.42 - 111,111,111,111 0
31 MG X 6140 1/1 0.46 0.42 - 97,97,97,97 0
31 MG X 6126 1/1 0.87 0.42 - 114,114,114,114 0
31 MG X 6107 1/1 0.92 0.22 - 76,76,76,76 0
31 MG X 6079 1/1 0.86 0.33 - 99,99,99,99 0
31 MG X 6164 1/1 0.86 0.23 - 86,86,86,86 0
31 MG X 6092 1/1 0.92 0.72 - 97,97,97,97 0
31 MG X 6169 1/1 0.77 0.48 - 91,91,91,91 0
31 MG X 6143 1/1 0.97 0.63 - 99,99,99,99 0
31 MG X 6076 1/1 0.74 0.55 - 73,73,73,73 0
31 MG X 6120 1/1 0.88 0.27 - 78,78,78,78 0
31 MG X 6046 1/1 0.85 0.58 - 76,76,76,76 0
31 MG X 6005 1/1 0.98 0.55 - 58,58,58,58 0
31 MG X 6039 1/1 0.90 0.39 - 79,79,79,79 0
31 MG X 6177 1/1 0.90 0.49 - 125,125,125,125 0
31 MG X 6088 1/1 0.99 0.28 - 88,88,88,88 0
31 MG X 6149 1/1 0.75 0.41 - 99,99,99,99 0
31 MG X 6074 1/1 0.84 0.39 - 89,89,89,89 0
31 MG X 6003 1/1 0.82 0.31 - 72,72,72,72 0
31 MG X 6045 1/1 0.86 0.72 - 94,94,94,94 0
31 MG X 6109 1/1 0.94 0.37 - 92,92,92,92 0
31 MG X 6137 1/1 0.84 0.47 - 136,136,136,136 0
31 MG X 6083 1/1 0.89 0.29 - 83,83,83,83 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
31 MG X 6134 1/1 0.94 0.11 - 100,100,100,100 0
31 MG X 6072 1/1 0.96 0.51 - 101,101,101,101 0
31 MG X 6152 1/1 0.56 0.30 - 158,158,158,158 0
31 MG X 6165 1/1 0.89 0.44 - 88,88,88,88 0
31 MG X 6025 1/1 0.91 0.65 - 76,76,76,76 0
31 MG X 6135 1/1 0.44 1.17 - 129,129,129,129 0
31 MG X 6031 1/1 0.94 0.61 - 85,85,85,85 0
31 MG X 6026 1/1 0.97 0.34 - 79,79,79,79 0
31 MG X 6013 1/1 0.92 0.49 - 76,76,76,76 0
31 MG X 6148 1/1 0.84 0.31 - 104,104,104,104 0
31 MG X 6099 1/1 0.60 0.86 - 120,120,120,120 0
31 MG Y 202 1/1 0.91 0.18 - 130,130,130,130 0
31 MG X 6090 1/1 0.80 0.46 - 72,72,72,72 0
31 MG X 6160 1/1 0.74 0.71 - 108,108,108,108 0
31 MG X 6024 1/1 0.95 0.37 - 100,100,100,100 0
31 MG X 6104 1/1 0.93 0.54 - 89,89,89,89 0
31 MG X 6156 1/1 0.82 0.25 - 91,91,91,91 0
31 MG X 6064 1/1 0.85 0.48 - 70T 0
31 MG X 6041 1/1 0.91 0.41 - 64,64,64,64 0
31 MG X 6166 1/1 0.93 0.12 - 76,76,76,76 0
31 MG X 6084 1/1 0.94 0.29 - 124,124,124,124 0
31 MG X 6063 1/1 0.97 0.31 - 87,87,87,87 0
31 MG X 6124 1/1 0.68 0.58 - 100,100,100,100 0
31 MG X 6028 1/1 0.92 0.30 - 75,75,75,75 0
31 MG X 6081 1/1 0.96 0.33 - 90,90,90,90 0
31 MG X 6168 1/1 0.56 0.67 - 100,100,100,100 0
31 MG X 6154 1/1 0.90 0.67 - 96,96,96,96 0
31 MG X 6111 1/1 0.71 0.41 - 98,98,98,98 0
31 MG X 6096 1/1 0.93 0.33 - 99,99,99,99 0
31 MG X 6141 1/1 0.78 0.38 - 87,87,87,87 0
31 MG X 6009 1/1 0.94 0.30 - 50,50,50,50 0
31 MG X 6048 1/1 0.95 0.57 - 66,66,66,66 0
31 MG X 6098 1/1 0.87 0.20 - 71,71,71,71 0
31 MG X 6035 1/1 0.76 0.46 - 80,80,80,80 0
31 MG X 6123 1/1 0.93 0.54 - 89,89,89,89 0
31 MG X 6175 1/1 0.85 0.54 - 121,121,121,121 0
31 MG X 6052 1/1 0.81 0.43 - 86,86,86,86 0
31 MG X 6128 1/1 0.96 0.21 - 131,131,131,131 0
31 MG X 6146 1/1 0.89 0.15 - 125,125,125,125 0
31 MG X 6112 1/1 0.71 0.34 - 80,80,80,80 0
31 MG X 6113 1/1 0.93 0.58 - 143,143,143,143 0
31 MG X 6057 1/1 0.95 0.68 - 92,92,92,92 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
31 MG X 6145 1/1 0.94 0.39 - 84,84,84,84 0
31 MG X 6094 1/1 0.94 0.37 - 95,95,95,95 0
31 MG X 6163 1/1 0.76 0.33 - 82,82,82,82 0
31 MG X 6097 1/1 0.90 0.52 - 122,122,122,122 0
31 MG X 6106 1/1 0.92 0.50 - 100,100,100,100 0
31 MG Y 204 1/1 0.88 0.59 - 116,116,116,116 0
31 MG X 6077 1/1 0.92 0.56 - 80,80,80,80 0
31 MG X 6116 1/1 0.78 0.67 - 99,99,99,99 0
31 MG X 6058 1/1 0.86 0.34 - 70,70,70,70 0
31 MG X 6091 1/1 0.89 0.27 - 72,72,72,72 0
31 MG Y 203 1/1 0.81 0.76 - 96,96,96,96 0
31 MG X 6010 1/1 0.91 0.50 - 64,64,64,64 0
31 MG X 6118 1/1 0.62 0.41 - 82,82,82,82 0
31 MG X 6153 1/1 0.89 0.30 - 114,114,114,114 0
31 MG X 6114 1/1 0.60 0.70 - 93,93,93,93 0
31 MG X 6015 1/1 0.82 0.27 - 74,74,74,74 0
31 MG X 6047 1/1 0.84 0.25 - 79,79,79,79 0
31 MG X 6065 1/1 0.87 0.28 - 93,93,93,93 0
31 MG X 6159 1/1 0.76 1.13 - 109,109,109,109 0
31 MG X 6138 1/1 0.93 0.15 - 86,86,86,86 0
31 MG X 6103 1/1 0.50 0.24 - 126,126,126,126 0
31 MG X 6161 1/1 0.69 0.23 - 113,113,113,113 0
31 MG Y 205 1/1 0.77 0.64 - 123,123,123,123 0
31 MG X 6151 1/1 0.94 0.15 - 88,88,88,88 0
31 MG X 6133 1/1 0.81 0.48 - 91,91,91,91 0
31 MG X 6030 1/1 0.82 0.33 - 101,101,101,101 0
31 MG X 6102 1/1 0.95 0.30 - 98,98,98.,98 0
31 MG X 6061 1/1 0.83 0.23 - 100,100,100,100 0
31 MG X 6027 1/1 0.94 0.72 - 65,65,65,65 0
31 MG X 6050 1/1 0.98 0.45 - 91,91,91,91 0
31 MG X 6029 1/1 0.91 0.40 - 82,82,82,82 0
31 MG X 6157 1/1 0.90 0.56 - 96,96,96,96 0
31 MG X 6136 1/1 0.95 0.68 - 84,84,84,84 0
31 MG X 6125 1/1 0.73 0.49 - 109,109,109,109 0
31 MG X 6034 1/1 0.94 0.27 - 69,69,69,69 0
31 MG X 6080 1/1 0.94 0.69 - 82,82,82,82 0
31 MG X 6150 1/1 0.80 0.47 - 97,97,97,97 0
31 MG X 6075 1/1 0.81 0.27 - 85,85,85,85 0
31 MG X 6117 1/1 0.90 0.42 - 130,130,130,130 0
31 MG X 6173 1/1 0.81 0.14 - 87,87,87,87 0
31 MG X 6095 1/1 0.93 0.58 - 78,78,78,78 0
31 MG X 6170 1/1 0.81 0.37 - 97,97,97,97 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
31 MG X 6049 1/1 0.78 0.40 - 91,91,91,91 0
31 MG H 201 1/1 0.90 0.14 - 104,104,104,104 0
31 MG X 6130 1/1 0.86 0.41 - 132,132,132,132 0
31 MG X 6122 1/1 0.90 0.36 - 84,84,84,84 0
31 MG X 6121 1/1 0.93 0.60 - 85,85,85,85 0
31 MG X 6176 1/1 0.69 0.55 - 73,73,73,73 0
31 MG X 6020 1/1 0.83 0.44 - 76,76,76,76 0
31 MG X 6082 1/1 0.94 0.68 - 105,105,105,105 0
31 MG X 6069 1/1 0.91 0.34 - 65,65,65,65 0
31 MG X 6067 1/1 0.97 0.18 - 72,72,72,72 0
31 MG X 6070 1/1 0.81 0.47 - 69,69,69,69 0
31 MG X 6043 1/1 0.93 0.39 - 106,106,106,106 0
31 MG X 6073 1/1 0.93 0.30 - 105,105,105,105 0
31 MG X 6139 1/1 0.72 0.43 - 113,113,113,113 0
31 MG X 6155 1/1 0.83 0.79 - 108,108,108,108 0
31 MG X 6040 1/1 0.94 0.54 - 63,63,63,63 0
31 MG X 6089 1/1 0.94 0.26 - 89,89,89,89 0

6.5 Other polymers (i)

There are no such residues in this entry.
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