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Negamycin Binds to the Wall of the Nascent Chain Exit Tunnel of the 50S
Ribosomal Subunit

Schroeder, S.J.; Blaha, G.

2007-06-26

2.90 A(reported)

This is a wwPDB X-ray Structure Validation Summary Report for a publicly released PDB entry.

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
http://wwpdb.org/validation /2016 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467
Mogul : 1.7 (RC4), CSD as536be (2015)

Xtriage (Phenix) : 1.9-1692

EDS : 1rb-20026688

Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)

Refmac : 5.8.0135
CCP4 : 6.5.0

Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : trunk26865
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 2.90 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value
Rfree N e 0.227
Clashscore N I . 12
Ramachandran outliers [N | I 1.0%
Sidechain outliers I | - 3.8
RSRZ outliers NN I 0 3%
RNA backbone N (jo— .64
Worse Better

0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution

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

R frec 01344 1451 (2.90-2.90)

Clashscore 102246 1668 (2.90-2.90)

Ramachandran outliers 100387 1630 (2.90-2.90)

Sidechain outliers 100360 1632 (2.90-2.90)

RSRZ outliers 91569 1456 (2.90-2.90)

RNA backbone 2183 1093 (3.30-2.50)

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

Mol | Chain | Length Quality of chain
1 0 2772 61% 32% 6% -
2 9 122 : 38% 50% 1%
3 A 240 : 71% 25%
4 B 338 66% 31%

Continued on next page...

WORLDWIDE

sie

PROTEIN DATA BANK


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

Page 3 wwPDB X-ray Structure Validation Summary Report 2QEX
Continued from previous page...
Mol | Chain | Length Quality of chain
5 C 246 75% 22% =
6%

6 D 177 49% 27% 21%
0/0

7 E 178 71% 25% -
7%

8 F 120 71% 28% -
3%

9 G 348 5% - 92%
%

10 H 174 : 71% 20% P T

11 J 145 72% 23% .
°/°

12 K 132 73% 26% .
4%

13 L 165 65% 21% 12%
°/o

14 M 196 | " — 25, -
3%

15 N 187 64% 34% -

16 O 116 83% 16%

17 P 149 76% 19% P

18 Q 96 81% 17%

19 R 155 75% 20% P
%

20 S 85 = 74% 21% "5
3%

21 T 120 - 67% 3% -

22 U 67 52% 27% 21%

1%

23 Vv 71 58% 34% T

24 W 154 61% 38% .
4%

25 X 92 58% 29% 1%
0/0

26 Y 241 44% 13% 41%

27 7 73 75% 21% -

28 1 57 74% 25% =

5%
29 2 50 56% 36% 8%

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

Mol | Chain | Length Quality of chain
30 3 92 72% 27%
37%
I —
31 1 162 26% 17% 57%

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-

rla:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
32 MG 0 8018 - - - X
32 MG 0 8052 - - - X
32 MG 0 8060 - - - X
32 MG 0 8062 - - - X
32 MG 0 8080 - - - X
32 MG 0 8096 - - - X
33 K 0 8401 - - - X
34 NA 0 8503 - - - X
34 NA 0 8510 - - - X
34 NA 0 8514 - - - X
34 NA 0 8520 - - - X
34 NA 0 8521 - - - X
34 NA 0 8523 - - - X
34 NA 0 8526 - - - X
34 NA 0 8527 - - - X
34 NA 0 8535 - - - X
34 NA 0 8559 - - - X
34 NA 0 8561 - - - X
34 NA 0 8562 - - - X
34 NA 0 8564 - - - X
34 NA 0 8565 - - - X
34 NA 0 8566 - - - X
34 NA 0 8568 - - - X
34 NA 0 8571 - - - X
34 NA 0 8572 - - - X
34 NA 0 8573 - - - X
34 NA 0 8576 - - - X
34 NA 0 8577 - - - X
34 NA 0 8578 - - - X
34 NA 0 8582 - - - X
34 NA L 8580 - - - X
34 NA R 8586 - - - X
36 | NEG 0 8823 - - - X
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2  Entry composition (i)

There are 38 unique types of molecules in this entry. The entry contains 99020 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 RNA chain called 23S ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N Q) P
1 0 2754 59021 26350 10878 19048 2745 0 0 0
e Molecule 2 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N 0O P
2 ) 122 2600 1160 472 847 121 0 0 0
There are 2 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment | Reference
9 3073 G A CONFLICT | GB 6468293
9 3106 C U CONFLICT | GB 6468293
e Molecule 3 is a protein called 50S ribosomal protein L2P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3 A 237 1753 1072 352 324 5 0 0 0
e Molecule 4 is a protein called 50S ribosomal protein L3P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 B 337 2625 1616 493 511 5 0 0 0
e Molecule 5 is a protein called 50S ribosomal protein L4P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g C 246 1859 1131 344 383 1 0 0 0
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There is a discrepancy between the modelled and reference sequences:

Chain

Residue

Modelled

Actual | Comment

Reference

C

73

LEU

GLN | CONFLICT

UNP P12735

e Molecule 6 is a protein called 508 ribosomal protein L5P.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 D 140 1094 685 195 210 4 0 0 0
e Molecule 7 is a protein called 50S ribosomal protein L6P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 b 172 1357 840 224 289 4 0 0 0
e Molecule 8 is a protein called 50S ribosomal protein L7Ae.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 F 119 890 551 141 197 1 0 0 0
e Molecule 9 is a protein called Acidic ribosomal protein PO homolog.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
J G 29 240 149 39 51 1 0 0 0
There is a discrepancy between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment Reference
G 248 ASP ALA CONFLICT | UNP P15825
e Molecule 10 is a protein called 50S ribosomal protein L10e.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 H 160 1266 785 237 238 6 0 0 0

There are 10 discrepancies between the modelled and reference sequences:
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Chain | Residue | Modelled | Actual | Comment Reference
H 164 ASP - INSERTION | UNP P60617
H 165 SER LYS CONFLICT | UNP P60617
H 166 SER VAL CONFLICT | UNP P60617
H 167 PRO GLU CONFLICT | UNP P60617
H 168 ALA ARG | CONFLICT | UNP P60617
H ? - GLU | DELETION | UNP P60617
H ? - GLU | DELETION | UNP P60617
H ? - LEU DELETION | UNP P60617
H ? - LEU DELETION | UNP P60617
H 170 ASN ILE CONFLICT | UNP P60617

e Molecule 11 is a protein called 50S ribosomal protein L13P.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 J 142 1120 696 199 222 3 0 0
e Molecule 12 is a protein called 50S ribosomal protein L14P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 K 132 992 609 187 192 4 0 0
There is a discrepancy between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment Reference
K 44 LEU HIS CONFLICT | UNP P22450
e Molecule 13 is a protein called 50S ribosomal protein L15P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
13 L 145 1118 670 222 226 0 0
e Molecule 14 is a protein called 50S ribosomal protein L15e.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
14 M 194 1559 943 332 283 1 0 0

There are 2 discrepancies between the modelled and reference sequences:
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Chain | Residue | Modelled | Actual | Comment | Reference
M 13 GLU LYS CONFLICT | UNP P60618
M 194 ALA GLY | CONFLICT | UNP P60618

e Molecule 15 is a protein called 50S ribosomal protein L18P.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 N 186 1445 895 262 286 2 0 0 0
e Molecule 16 is a protein called 50S ribosomal protein L18e.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
16 O 115 865 529 161 175 0 0 0
e Molecule 17 is a protein called 50S ribosomal protein L19e.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
17 P 143 1136 683 229 224 0 0 0
e Molecule 18 is a protein called 50S ribosomal protein L21e.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
18 Q % 735 450 141 144 0 0 0
e Molecule 19 is a protein called 50S ribosomal protein L22P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 R 150 1149 713 209 223 4 0 0 0
e Molecule 20 is a protein called 50S ribosomal protein L23P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 S 81 641 389 111 138 3 0 0 0

e Molecule 21 is a protein called 50S ribosomal protein [L.24P.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
21 T 119 950 568 180 202 0 0 0
e Molecule 22 is a protein called 50S ribosomal protein L24e.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
22 U 53 410 244 75 86 b 0 0 0
e Molecule 23 is a protein called 50S ribosomal protein L29P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
231V 65 499 304 94 100 1 0 0 0
e Molecule 24 is a protein called 50S ribosomal protein L30P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
241 W 154 1196 737 209 244 6 0 0 0
e Molecule 25 is a protein called 50S ribosomal protein L31e.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25 X 82 654 402 129 122 1 0 0 0
e Molecule 26 is a protein called 50S ribosomal protein L32e.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
26 Y 142 1130 686 228 216 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L37Ae.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 Z £ 579 346 116 112 5 0 0 0

There is a discrepancy between the modelled and reference sequences:
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Chain | Residue | Modelled | Actual | Comment Reference
Z 10 ARG SER CONFLICT | UNP P60619
e Molecule 28 is a protein called 50S ribosomal protein L37e.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 1 o0 431 258 &6 83 4 0 0 0
e Molecule 29 is a protein called 50S ribosomal protein L39e.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 2 16 396 239 89 67 1 0 0 0
e Molecule 30 is a protein called 50S ribosomal protein L44e.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 3 92 755 458 153 137 7 0 0 0
e Molecule 31 is a protein called 50S ribosomal protein L11P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 I 0 519 323 81 114 1 0 0 0

e Molecule 32 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

32 0 108 108 108 0 0

32 Y 1 Total Mg 0 0
1 1

32 K 1 Total - Mg 0 0
1 1

32 B 1 Total - Mg 0 0
1 1
Total Mg

32 A 2 9 9 0 0

32 T 1 Total - Mg 0 0
1 1

32 9 1 Toltal l\gg 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
32 3 1 Tofal l\qg 0 0

e Molecule 33 is POTASSIUM ION (three-letter code: K) (formula: K).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total K
33 0 2 5 5 0 0

e Molecule 34 is SODIUM ION (three-letter code: NA) (formula: Na).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Na
34 0 72 9 79 0 0
34 J 1 Total Na 0 0
1 1
34 Q 1 Total Na 0 0
1 1
34 H 1 Total Na 0 0
1 1
34 o 1 Total Na 0 0
1 1
34 A 1 Total Na 0 0
1 1
Total Na
34 R 3 3 3 0 0
Total Na
34 9 3 3 3 0 0
a4 L 1 Total Na 0 0
1 1
a4 S 1 Total Na 0 0
1 1
34 M 1 Toltal 1\? 0 0

e Molecule 35 is CHLORIDE ION (three-letter code: CL) (formula: CI).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Cl
35 0 10 10 10 0 0
Total Cl
35 J 3 3 3 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

35 Q 1 Total Cl 0 0
1 1

35 B 1 Total Cl 0 0
1 1

35 A 1 Total Cl 0 0
1 1

35 N 1 Total Cl 0 0
1 1

35 0 1 Total Cl 0 0
1 1

35 R 1 Total Cl 0 0
1 1

35 L 1 Total Cl 0 0
1 1

35 3 1 Total Cl 0 0
1 1

35 M 1 Toltal ? 0 0

e Molecule 36 is NEGAMYCIN (three-letter code: NEG) (formula: CoHggN4Oy).

NEG

H\‘;IN_\.
nH N e 1\
.:NH\
2 0 :‘.
.Oﬁ
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
36 0 1 17 9 4 4 0 0

e Molecule 37 is CADMIUM ION (three-letter code: CD) (formula: Cd).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
a7 0 1 Total Cd 0 0
1 1
37 7 1 Total Cd 0 0
1 1
37 1 1 Total Cd 0 0
1 1
37 5 1 Total Cd 0 0
1 1
37 U 1 Total Cd 0 0
1 1
e Molecule 38 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
38 0 5923 5093 5993 0 0
Total O
38 9 142 149 149 0 0
Total O
38 A 112 112 119 0 0
Total O
38 B 137 137 137 0 0
Total O
38 C 167 167 167 0 0
Total O
38 D 44 4 m 0 0
Total O
38 E 45 15 A5 0 0
Total O
38 F 27 o7 o7 0 0
Total O
38 G 16 16 16 0 0
Total O
38 H 70 0 0 0 0
Total O
38 J 51 51 51 0 0
Total O
38 K 57 57 57 0 0
Total O
38 L 85 g5 35 0 0
Total O
38 M 122 199 199 0 0
Total O
38 N 61 61 61 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
38 0 38 ngal ?% 0 0
38 P 63 Tg;al (?3 0 0
38 Q 50 ngal 5% 0 0
38 R 85 ngal 5?5 0 0
38 S 39 ngal g) 0 0
38 T 30 ngal ?% 0 0
38 U 28 T;tgal 2% 0 0
38 \% 11 T(l)tlal 101 0 0
38 | W 69 ngal 6% 0 0
38 X 24 T;Zal 2(1 0 0
38 Y 87 Tg;al 5?7 0 0
38 Z 30 ngal ?% 0 0
38 1 60 T‘égal é% 0 0
38 2 36 ngal ?())6 0 0
38 3 74 T‘;Zal % 0 0
38 I 5 TO;al (; 0 0
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6% -

32%

1, orange = 2 and red = 3 or more. A red dot above a residue indicates

61%
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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-
coded according to the number of geometric quality criteria for which they contain at least one

outlier: green = 0, yellow
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
are shown in grey.

3 Residue-property plots (i)

e Molecule 1: 23S ribosomal RNA

Page 15
Chain 0:

L6 9820 8LEY I | 8690 07D 1 969 66079 | 06719
| 96V LLED 169V | 604D | E¥6Y 8607V 68TTV
g6V [ | a8%Y | 9690 80LY 138Y TH60 L60TY 88TTY
1 89€0 [ | 9650 L0LD 9280 1969 1 L8710
269 z81D ® 282 L9€9 z8%9 7690 1 1 8801V 98110
169 1 1820 99en [ | $0LD 2280 . g8TIn
06V 6410 0829 59€9 %) F €0LD | Teen %8110
689 8L10 620 %90 #L5D 188V T0LD 0289 9z6Y £8TT0
LLTY 8.z¥ £98Y £LBY 1 100 618V Z8TTD
1 [ | Ty 1899 | s18Y 8L0TV 18TTY
98y TLin (234 f TL7D 085Y 1789 1 08170
1 1410 LGEY 0L%0 6499 9189 %019 [ |
189 0410 | oggn [ | 1 9690 1 806V | eL0TV LLTTY
1 69TV §9€0 L9%9 8999 9690 TT8Y LO6Y TLOTH 9.LTTD
a0 1 HGEY 99%¥ 1960 H69Y 1180 1 I
wLY 991V 6929 £9€9 996y 1 0189 59079
qoTY [ | zaey f 1 889V 6089 %9010 gLTTY
I q9z0 [ | 19%0 099D | 1890 808V 2069 — ® TLIID
€970 %929 9%EN | 09wV . egsn 989Y L08Y | 106D TLTTY
2910 €920 | oped 69%Y 8590 1 908Y 0060 63079 0LTT0
| ToTY [ | HHED [ | 1 €899 1 6680 8301V | 69TIN
L9V 09TV 6929 £9€0 455 999 z89Y 868D 1 891D
999 1 | 8ggy | THED 1990 1 1080 1 £9079 L9TTD
590 1879 1829 | T9E0 08%9 0089 880 1 | 99TV
1 9810 9320 0%y 6%%Y 0499 1 | essn 95079 G9TTH
199 11 | gggy 6£€Y 8%%H $%GD 6999 L6LY z88Y 5010 | B9TIR
09 | w80 %320 | ggen LybY I 1 96.LY — £9T19
63V €810 [ | LEEY | oppD 1999 | g6Ly Z9T1D
| 8@y 28TV (4 SHH0 1990 1 $6.L0 82010 19TTY
180 18TV [ | o) 1 9.8V 1 09719
989 £hey 188V | evv0 1599 680 1 92010 63TTD
1 [ | [ | THHY 9599 1 1 [ |
(40} 020 L2V THPY 1£99 1 1200 2180 91070 99TTD
27 6£10 [ | 9z 0550 984y €390 )| S1070 GGTTH
0%0 8£1N 4] [ | [ | 1 1 GLLD 0489 1 HSTTY
6 LETN [ | T2EY 0E%Y TESY 1790 1 6989 60070 [ |
1 9ETD zeTy | oeen | [ | 1 9%99 99D 8989 0STTV
gen 1 [ | 6TEY £THY 8299 s%9n %940 1 [ |
TETY 8220 81€0 (4445} Lzan 1 198V 9001V LETTD
| 0g1d [ | LIEY 1250 1 65L0 1 [ |
62TV €229 91EY 0zH0 HTSY 9£9D | o8&y £0070 ZETTY
€29 82TV zeey CBTRY | gzs0 GEQY 181D 1 TETTH
1 [ | 8150 zTan 1 1 9989 6969 . ogTIn
029 612D L Ly 1 ZEQY 0S¥ | gesn 8969 62110
sl 61TV [ | 91%) 8199 | 189V 1 %989 1 82110
810 1 »Ten 908V STHY L1780 0£9Y #9LD £980 996V LTTTD
119 aTIn €129 | gogv [ | — 629V 1 1 5969 92110
1 L opTIY (4241 $0€D 80%Y 1 8€LD 0980 £960
zin £TTV [ | £0€0 LO%Y £16Y 1299 LELY | 6980 2960
231 [431) 4020 [ | [ | 2199 0z9v 9ELY 8980 196V
o1 1110 50TV 9629 66£0 118V 1 | eel | L¥8d ® 0969
1 9620 | seen 0180 »190 $ELO 9%8Y 6960
L070 | ®6%0 LEEY 609V €190 1 gp80 8969
90TV £62Y 1 1 1 L3LD 58V 1
901D 86TV 2629 9099 %099 1 €98V €969
1 [ | 1620 €8EY 1 | o9y TTLY 2969
zoTY T6TY 0629 I 0099 [ 1 1
101D 16TV 6829 1 1099 8140 856D
1 [ | 882y 08EY 685V 0099 1 1560 60710
86V 8810 1829 | 6LED 8890 6699 11D 1 1

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

2QEX

wwPDB X-ray Structure Validation Summary Report

Page 16

69CTH
89CTD

99T1N

(441
1921V
0921H

€8TT0
08210

6%21N
8YCTV

iZ441

pazan

9ETTY

0ETTY

62210

mumﬂu
61210
81210
L121H
9121H

¥1C1D
€ITTO
(A4
11219
0T2Td
60210

L0TTY

S0TTN
%0210
€0TTH
[du4a)
10210
0021V

[

86710
® L6TID
(]

Y6T1V

1611V

6LETV

9LETD

TLETY
TLETN
0LETD

89€TN

99€TD

Y9ETH

09€1D
6GETN

€39ETD
TSETY

YPETD

6EETH

YEETD
€EETN

0EETY
6CETY
8CETY

TTETD
TTETV

6TETD

EIETY

0TETN
60€TN
80ETY
LOETY

SO0ETD

|

661D

T6CTV
06CTH

€210

00S70

L6%TD

S6%10

14544

88%1N

¥8%1D

448
871D

LL%TD

29%10

LGP0
9G%10

vavIn

LYPI0
9vHIN

[44441
13445

0ERTD

24441
€THI0

0Z%10
61710

0T%1D
60%1D

LOPTY

66ETV
86ETD

96€TD

Y6ETO
€6ETY

¢mmﬂu
ommﬂq
LLSTN
981D
S.STD
v.L810
mnmﬁ<
69910
wwm«u
€99TD
29810

849STD
LSSTD

12810
0ZSTd
61570

L1970
91810
G187V
Y1810

C181D

80810
LOSTD

S0STN

€0S10

veoTy

STOTY
P19TD
€19TD

LO9TY

S09TD

869TY

969N

¥69TO
€69TD

PLLTD
ELLTD

69LTD
89410

99,10
S9LTD
$9LTD

TILTD
T9.10

6GLTY

9GLTD
QGLTY

TSLTD

THLTY
TvL10
[ 7A%0]
6ELTD

9ELTY
SELTD

13

GTLTD

€TLTD
cTLIn

LTLTY

STLTD
PILTID

LOLTD
90419

2010

66910

L69TD

T69TD

L89TD

89TV

€880

LL8TD

7810

T.810

898TH
L9819H

94810

SY8TV

0781V

sifia

SE8TN

92810

€281H

81870

608TD
80810

908TH
S08TH
708TY
€08T10

86.L10

96LTV
S6LTD

T6L10
06.L10
68LTD

L8LTD

LLLTD

80020

F

9002D
S002D

2002D
T002D

96611

Y661V
€66TD
T66TN

086TN

8LETY
LL6TN
9L6TD

® T86TD

0G6TD

LY6TD

0%6TD

CTE6TD
TE6TV

LT6TY
9T6TD
ST6TD

TTOTY
26TV
061D

YI6TD
€067
Nomﬂa
06810
68810

18810

44441
£€%TTO

9ETTH
SETTY
YETTD
€eTzNn

i

v1120

0172D

807TCY
L0t2n

207Td
TOTCV
00ty

960CY

€602D
26029
T602D
06029

TL0TH

o

£902n

090TY

8G0TD

vasocy

0802D

8%02D
L%02D

veozn
€€02H

6102V

L1020
91020

oT0TY

|
9%ETH

|
8EETD

|
TEETD
0ogezn
62ETD

LgeTy
ggeTn

£TETH

ozezn
|
LTETD
91€TD
|
€T€TD
|
60€TD
|
ToETY
00€TY

682TH
882TH

982TH
48cTd
S.TTH
i2x441

04229
69220

99zey
99zzn

€92TH

k

L8TTH
962TH

48TTd
£462TH
c&eey
144

8%2TD
L%TTO

98%CV

£9%CH

LY%CTV
9v¥TH

6€%C0
8€%TH

geven

4574

0e%Ty
62%CY

9THTH

vTven

i
3

L

11474
0Z%TH
61%2n

91%CH
ST%CV
45441

(4374

v0%2H
£0%2D
[diiz4
To%TV

88ETO
L8€2N
98€TN
S8ETH

T8ETY

SLETD
vLeETY
gLgcn
TLETY

69€TY
voeTy
£9€TH
ToETY
ToETY
baecy

TSETO
0S€TH

£%9TH

Tvecn

8€4TY
LEGTH
9€G8TD

$ESTD

i4°14)]

028zTH

9182TH

S1820

07820

808D

S082H

momwo
66%cN
86%C0
mm“ﬂo
06%CV
68%CH
88%CV
hmwuo
mm“ﬂ«
6L%CV
8.%cN

9L%TD

TL¥TO

89%CV

99%CH

T9%2n

L8%2n

6.92H

9.92)

TL9T)

L992H

£99zN

cg9zn

19920

8%v9zN

S792n

9€920

SE9TY

%1920

L09zn

209z2H

0092V

864zN

T6S9TH
165920
06520

i
+

L8920
98920

8L89TH
LLSTY

0.82H

efeleta)

£9gzn

69920

F

[4keta)

9%52n

basta)]

ST8TH
Y182V

TI8CV

808N
L0820

1082V
008cY
66.LCY

96.Lz2N
§6.20

L8LT)

|

£8.LTY
T8LTH
18.20
08.20

0LLTD
69.20

L

T9LTd
T9.LeY

98.zN

18,20

67.20

L9LTD

€TLTH
[49x4)
TcLen
0ZLT)

LTLT)
9TLTH

00.L2H
669CV
869TH
69TV
v69CvY

28920

6062H
8062V

£0620

10620
00629

868TH

%6820

.88TH
988T0

£88TY

088TY

08820

9%8¢)

£98TY

2E8TH

828TH
LT8TY
9T8TH
ST8TH

2T8TH
12820

818CY

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



2QEX

wwPDB X-ray Structure Validation Summary Report

Page 17

5S ribosomal RNA

e Molecule 2

%

1%

50%

38%

Chain 9

800€D
L00€D
900€D

£00€Y

T00€EN

L

911€D
STT€0

L2P

cI1eN
TT1EN
0TT1ED
60T7€D
80T€D
LOTED

€0TEY

007€D

960€0
S60€0

£60EY
T60ED

L80€N

£80€D
280N

8L0€D

9.0€D

e Molecule 3

vL0€D
€L0€D

690€N

in

508 ribosomal prote

°/ i

25%

71%

C1id

SOTA

€0TA

Tot1d
007d

L]
864
L6Y
961
S6d

€61
[

(44

44

LicH

cred
11Ty

L0zh
Tocd
002d
66TH

Y6TH

T6TA

067Y

L81d
98TH

9LTH

TS

89TA

baTy

€974

[4ch 1]

PAAYS

SETA

(42314

8C11

STIN
wTIA

T2V
0zTH

L3P

m

50S ribosomal protei

e Molecule 4

31%

66%

Chain B

i+

0711
6€Td

6214

Sera

9T1d
STTA

CITL

86L
L6T

883

T8A

YLI

TLA

SOH

€93
[4:1

L
3

Thd

9ed

ved

S
N
o

©
=
[

© ~
]
o

TETH

STTH

12Th
0zzTA

L12H

v12d

(4141}
1121

L0TY
9021

702D

Toca

8672

96TV
G6TYH
614

981D

€813

(VA%

SLTT

ZA% S

891D

S9TH

CoTH

8GTY

9GTH

HGTA

241d

08TV
6%1a

9%IL
SYTH

Tv1d

Gged

£2e1

TTed
0zed

GTEA

[45:%°S

oTeY
60EA

L0€Y

S0€ea
voed

L6TA
9621

262D
T62a

882D

08cA
6.LTL

Llgd

Vh4]
bleca

89¢H
L9TY

09CH

8GTH
LSTL
9szh
SGTH

28cd

TScA

8¥%cH

[444;)

0%TH

8ETN

GeTYH
bETH

oged

£e€d

TEES

6CER

LTEA

L4pP

11

508 ribosomal protei

e Molecule 5

22%

75%

Chain C

6CTH

LTTd

wTTA

8TTL

STT1

TITA

10TQ

Scd

(44

67d

SI

-

TH

ovcH

Ll

6ECTY

9€TL

veTh
EETL

RLDWIDE

TETH
0€TH

SgTd

ceea

612N

vicL

cocL

€671

18T

78TH

8LTh

YLTI

50S ribosomal prote

TLIL
8914
€9TH
1STh
THTS

07TA
6ETA

oeTd

L5P

m

e Molecule 6

0O
PROTEIN DATA BANK

erpBe

W



2QEX

21%

27%

49%

wwPDB X-ray Structure Validation Summary Report

16%

Page 18
Chain D:

0L PETS TITI
691 ° €ETA
— | o
° 9TTL
e 993 GETA 1 ' €078
ol wou

o ETT £11d
— . (4331

20TA
T01d
L6Y
8GA
L[]

° ° o o000
oo o ~ o =& ™
- 0 19 D ) © ©© ©
B < = A==
25%
<O [ O O i Ot OV - -
© © ~ ~ 0 © o O (]
Sz = 5 ©B = ma =
28% .o
o (]
o mlem 0 0O O
© 0 ©0 0 ~ ~ [ ) (<]
= =m - e =\ o o<

0an
apl
LEY 1 681
9eN mmz 8qa
9014 Q< 188
5015 [l gy < 9gd
o < o b= e
£0TN — 9%l — %8
| = ol ava = |
66a o= 9 R 08A
oon [ssEN g I I N A
| 8z L60 ] ~ ﬂ-vg ) <
LTI = = ova
ofliszal o — Teu - o
ST = 0£L = 1
v e | ezn Ltd 6€s
£TA m 8zs 1 m 1
® 061 @] 1 8971 o 98l
175) 175)
° 68d 3 24 1 3 1
° e 881 zLIA e sza 9919 Ry gel
91d o i87 I s | | = |
q1a 981 oz1 z914 129
| e 98b 6911 N 1 1 n I
o TIH o 81 | so1s | KnUu q1d 831a w °
e o014 1918 1 1 mﬂ_
° ® 9911 .- z1a za1L ‘e
1 I~ 1A 1 Y %- Ted
6Li €9TA o Fml ot1a €910 Qo ¥ 1
I I = . i m@ee = 11
9.4 9STH 5 & LI T9TA o & 1 6774
® ST 2191 Qv o | opIv o €18 8111
o Wi > = a1 6€1d re) = | L1148
€LA = < | | = < (4 L omE
| -~ 1d 9g1d -~ I qTTA
] 9% . o Cam e @ o 1

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

92%
W

3%
5%

e Molecule 9: Acidic ribosomal protein PO homolog

Chain G:



2QEX

8%

20%

71%

wwPDB X-ray Structure Validation Summary Report

0/0

Chain H: :

e Molecule 10: 50S ribosomal protein L.10e

Page 19

083

197
994

€93
291

-
©
0

8G9y

98b

9%

e Molecule 11: 508 ribosomal protein L13P

691D

coTH

SGTN
25199

LETR

TETD

oTTH

0211

(A3t

23%

72%

Chain J:

9€TS
GETIL

CETT

6274

L2371
60TA
801d

G071

LYL

SPA

6EA

cea

9ZA

[44¥

6T
8TI

Sd

26%

73%

%

Chain K: .

e Molecule 12: 50S ribosomal protein L14P

ot1Td
STTY
PITY
€TTI
60TT
LOTL

cotd

S.Y

veEA

621

Lzy

€N

02D

jAS

La

71

11}

12%

21%

65%

40/ o

Chain L: .

e Molecule 13: 50S ribosomal protein L15P

26a

064

Sl

€9y

-
<+
=

E€TH

1%
0TS

94

2!

6714
8vTd

¥¥1d
EYTL

8ETH

e Molecule 14: 50S ribosomal protein L15e

9ETV

EETA

62TV

SeTd

1271

25%

72%

%

Chain M: .

aTTe

9TIN

€073
[0S

089

o o
[T T]
=A%

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



2QEX

wwPDB X-ray Structure Validation Summary Report

Page 20

e Molecule 15: 508 ribosomal protein L18P

88TYH

S8T1d
¥8TY

6.L1D

TLTY

L91D

PoTL

€911
291H

0974
6GTA

+

fefegdi]

08TI

VA4

157428

PeTI

8TTH

34%

64%

3%

Chain N: -

8078
LOTN

SO0TH

v6d

88Y

981

08s

ST

£

TCH

»8TI

1

6.71

9LTH
SLT1

TLTd
TLTH

697d

L91d

0971S

el %c|

® <cstd
181a

LY1I

i4A%)]

1Y

6ETH

9ETT
SETA

CETN
STTV
¥c1a
€eTI

61T
8111

9TTd

e Molecule 16: 50S ribosomal protein L.18e

PN
€T1S

OTTL
60Td

16%

83%

Chain O:

STTH

601S

SOTN

20Tl

LEY

9TH

e Molecule 17: 50S ribosomal protein L19e

744

918

011

19%

76%

Chain P:

EYTV

LETT

PETA

0ZTd

8TTh
L1718

ST1S

T1rE

e Molecule 18: 508 ribosomal protein L21e

17%

81%

Chain Q:

760

oLy

99y

L8a

LEH

vea

0EA

9td
Scd

T2d

614

e Molecule 19: 508 ribosomal protein L22P

™
-
£

L__ha
-
-5

~
it}

20%

75%

Chain R:

8T1

08Td
6%12

e Molecule 20: 50S ribosomal protein L23P

20/0

Chain S: =

—
5%

21%

74%

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 2QEX

Page 21

® T8I
08Y

LLA

9.4

SOA

85N
LSL

gsb

TvA

LEA

€ES

14}

™
I3l
B4

T2h

L1a

PV

TIL
oTA

e Molecule 21: 50S ribosomal protein L24P

32%

67%

3%

Chain T: -

CIT1

9073

cotTa

00Ta

06d

C8L

08@

SL3

ELH

TLA

99a

€91

09D
6393

¥9a
€89
[4:t

6%a
8¥A
LYL

S¥D

(4728

Y
oA

8€Y

[4

8TS

74

@ 611V

L11a
e 911a
S11d

e Molecule 22: 50S ribosomal protein L24e

21%

27%

- © o o <+ ©
+ < el 0 ) Ired
~ - =] 1] 3] ~

52%

Chain U:

o)
™
=

o
)
S

re}
N
a

0ZW

81D
LTL

S1d

019
60
8K

e Molecule 23: 508 ribosomal protein L29P

90
et

11%

8%

34%

58%

Chain V:

@
@
<

o - < 0 o O LD I Q) . ) 0
&S & & S [} [} 0 (D%(D
a | = [T~ (5] < < H ==

©
I)
<

™
e
=

@
]
=

10
—
(5]

IV

(41

- .-
— < 0 -
HEEam o+ =

e Molecule 24: 50S ribosomal protein L30P

38%

61%

Chain W:

™
<

L6V
061
680
88L
8A
08a

LLY
9.a

€L1
89L
7oL
TOL
650
b4ALS
€4y
TGA
8%A

sl

6€d
8EL

©
@
a

€EL
(40
TEH
OEN
6CA

9cI

€TH

TC1

CIN

TTA
(%

-
©
=

1

peTd
ESTW

TSTE

6711

9%TI

cv1a
TPTH

6ETD
8ETT
LETD
9€TD

0ETH

8TTA
LTTH

SCTH

[44%S

e Molecule 25: 50S ribosomal protein L.31e

0g1d
61TH

STIL
P11d

OTTh
6072
80TYH

90TL

4%

Chain X: -

11%

29%

58%

12d

STY
11

TTL
0TA

e Molecule 26: 50S ribosomal protein L32e

84
L3

41%

13%

44%

O/ i

Chain Y: .

O

R LDWIDE
PROTEIN DATA BANK

W



2QEX

wwPDB X-ray Structure Validation Summary Report

Page 22

@ SgeTa
veTh
€ETR
8TTA

L1281
91cH

(414"

802y

70TH

1022

+

c61d
161Q

L8TA

e Molecule 27: 50S ribosomal protein L37Ae

S8TA

wLIA

6974

PST1d

1818

9%1d

21%

—
75%

Chain Z:

LEH

e Molecule 28: 50S ribosomal protein L37e

25%

74%

Chain 1:

e Molecule 29: 50S ribosomal protein L39e

6%

8%

36%

56%

Chain 2:

6vd

DO ™ & 0 mmo
[ < S e
M omom m e = a

0
)
[

- N ® O o 0 O
© o = - o il ®
MM = v e o = a

0
=

e Molecule 30: 50S ribosomal protein L44e

27%

72%

=)
Y
~

Chain 3:

064

LLY

L0
€L3

0,4

894
197

S9L

L8G9

10
10
=

©
3
=

9%1

o
oy
~

©
)
~

e Molecule 31: 50S ribosomal protein L11P

8¢H

37%

57%

26% 17%

Chain I:

STTV

® €TIN

e 0Tida

e LIIT
ol omr1 |
ST1a
%11d
€TTH
(4351
11T

€60

162

3

L8L

<+ 10 © N~ ©
N~ NS
AEH = A

©
™
el
=

™
)
-
=

000 000000
10
o
-
L]

TETL

6ZTA

O

R LDWIDE
PROTEIN DATA BANK

W



Page 23 wwPDB X-ray Structure Validation Summary Report 2QEX

4 Data and refinement statistics (i)

Property Value Source
Space group Cc2221 Depositor
Cell constants 214.62A  304.05A 578.65A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 49.92 - 2.90 Depositor
Resolution (4) 86.68 — 2.43 EDS
% Data completeness 99.5 (49.92-2.90) Depositor
(in resolution range) 90.6 (86.68-2.43) EDS
Rinerge 0.18 Depositor
Raym (Not available) Depositor
<IJo(l)>" 1.31 (at 2.77A) Xtriage
Refinement program CNS 1.0 Depositor
R R 0.204 , 0.241 Depositor
» Hhfree 0.194 , 0.227 DCC
Rfree test set 4062 reflections (1.06%) DCC
Wilson B-factor (A?) 44.8 Xtriage
Anisotropy 0.223 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.30 , 68.9 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L| > =049, < L? > = 0.32 Xtriage
Outliers 0 of 453193 reflections Xtriage
F,,F. correlation 0.93 EDS
Total number of atoms 99020 wwPDB-VP
Average B, all atoms (A?) 50.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.63% 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, 0.375 respectively for untwinned datasets,
and 0.333, 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,
OMG, CL, NEG, K, UR3, CD, OMU, NA, 1IMA, PSU

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 | p\1q7 #é\ >5 | RMSZ #éy >5

1 0 0.38 | 0/65959 | 0.69 | 10/102870 (0.0%)
2 9 0.35 0/2905 0.71 1/4528 (0.0%)
3 A 0.34 0/1786 0.64 0/2408

4 B 0.32 0/2690 0.64 0/3652

5 C 0.36 0/1884 0.63 0/2551

6 D 0.33 0/1111 0.57 0/1498

7 E 0.33 0/1382 0.57 0/1880

8 F 0.35 0/901 0.58 0/1224

9 G 0.35 0/241 0.52 0/324

10 H 0.34 0/1287 0.65 1/1725 (0.1%)
11 J 0.35 0/1136 0.60 0/1530

12 K 0.35 0/1001 0.65 0/1347

13 L 0.33 0/1130 0.65 0/1509

14 M 0.35 0/1583 0.61 0/2119

15 N 0.30 0/1474 0.65 0/1999

16 O 0.34 0/874 0.62 1/1181 (0.1%)
17 P 0.35 0/1147 0.53 0/1528

18 Q 0.37 0/749 0.67 0/1005

19 R 0.40 0/1172 0.65 0/1578

20 S 0.34 0/648 0.57 0/875

21 T 0.32 0/958 0.62 0/1289

22 U 0.36 0/417 0.53 0/562

23 V 0.31 0/502 0.55 0/675

24 W 0.34 0/1219 0.63 0/1655

25 X 0.35 0/664 0.60 0/895

26 Y 0.35 0/1146 0.62 0/1536

27 Z 0.35 0/590 0.63 0/787

28 1 0.41 0/438 0.66 0/578

29 2 0.36 0/401 0.57 0/529

30 3 0.37 0/771 0.57 0/1024

31 I 0.34 0/526 0.53 0/716
All All 0.37 | 0/98692 | 0.67 | 13/147577 (0.0%)
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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
1 0 1 37
2 9 0 2

All All 1 39

There are no bond length outliers.

The worst 5 of 13 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
1 0 805 G C2-C3’-03’ | 7.33 125.62 109.50
1 0 1942 A C5-C4’-C3" | 6.85 126.95 116.00
1 0 871 G C5-C4’-04’ | -5.95 101.95 109.10
2 9 3039 U N1-C1-C2’ | 5.83 121.57 114.00
1 0 1942 A C5’-C4’-04” | 5.80 116.06 109.10

All (1) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
1 0 805 G c3’

5 of 39 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 0 23 G Sidechain
1 0 246 G Sidechain
1 0 396 U Sidechain
1 0 462 A Sidechain
1 0 471 G Sidechain

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 0 59021 0 29810 1019 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 9 2600 0 1326 87 0
3 A 1753 0 1766 61 0
4 B 2625 0 2533 85 0
3 C 1859 0 1816 53 0
6 D 1094 0 1085 39 0
7 B 1357 0 1266 32 0
8 F 890 0 843 24 0
9 G 240 0 231 12 0
10 H 1266 0 1268 31 0
11 J 1120 0 1098 36 0
12 K 992 0 1031 36 0
13 L 1118 0 1076 33 0
14 M 1559 0 1568 38 0
15 N 1445 0 1401 63 0
16 O 865 0 873 21 0
17 P 1136 0 1123 24 0
18 Q 735 0 729 12 0
19 R 1149 0 1122 29 0
20 S 641 0 605 15 0
21 T 950 0 923 27 0
22 U 410 0 364 19 0
23 \Y 499 0 ol1 17 0
24 W 1196 0 1137 24 0
25 X 654 0 653 22 0
26 Y 1130 0 1133 35 0
27 7 279 0 239 19 0
28 1 431 0 426 19 0
29 2 396 0 413 18 0
30 3 795 0 730 19 0
31 I 519 0 500 30 0
32 0 108 0 0 0 0
32 3 1 0 0 0 0
32 9 1 0 0 0 0
32 A 2 0 0 0 0
32 B 1 0 0 0 0
32 K 1 0 0 0 0
32 T 1 0 0 0 0
32 Y 1 0 0 0 0
33 0 2 0 0 0 0
34 0 72 0 0 1 0
34 9 3 0 0 0 0
34 A 1 0 0 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
38 M 122 0 0 2 0
38 N 61 0 0 7 0
38 O 38 0 0 5 0
38 P 63 0 0 1 0
38 Q 50 0 0 1 0
38 R 85 0 0 5 0
38 S 39 0 0 4 0
38 T 30 0 0 1 0
38 U 28 0 0 1 0
38 \Y 11 0 0 1 0
38 W 69 0 0 3 0
38 X 24 0 0 2 0
38 Y 87 0 0 7 0
38 Z 30 0 0 2 0
All All 99020 0 59918 1837 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 12.

The worst 5 of 1837 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:0:1160:G:C%’ 1:0:1161:A:H5’ 1.70 1.22
1:0:871:G:C8 1:0:871:G:H5’ 1.81 1.14
2:9:3006:C:H5” | 15:N:37:ARG:NH1 1.63 1.12
1:0:871:G:HS8 1:0:871:G:H5’ 1.10 1.11
1:0:656:G:H5’ | 16:0:3: THR:HG22 1.18 1.10

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.
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
3 A 235/240 (98%) 215 (92%) | 16 (7%) 4 (2%) 117 38

4 B 335/338 (99%) 307 (92%) | 23 (7%) 5 (2%) 131 42

5 C 244/246 (99%) 220 (90%) | 22 (9%) 2 (1%) 24 60

6 D 134/177 (76%) 108 (81%) | 22 (16%) | 4 (3%) 22

7 E 170/178 (96%) 161 (95%) 7 (4%) 2 (1%) 161 48

8 F 117/120 (98%) 105 (90%) | 11 (9%) 1 (1%) 21 57

9 G 25/348 (7%) 25 (100%) 0 0 100 M
10 H 156/174 (90%) 144 (92%) | 11 (%) 1 (1%) 30 67
11 J 140/145 (97%) 132 (94%) 6 (4%) 2 (1%) 147 44
12 K 130/132 (98%) 125 (96%) 5 (4%) 0 100 ﬂL
13 L 141/165 (86%) 120 (85%) | 19 (14%) (1%) 147 44
14 M 192/196 (98%) 184 (96%) 8 (4%) 0

15 N 184/187 (98%) 163 (89%) | 18 (10%) | 3 (2%)

16 O 113/116 (97%) 109 (96%) 4 (4%) 0

17 P 141/149 (95%) 139 (99%) 2 (1%) 0

18 Q 93/96 (97%) 89 (96%) 4 (4%) 0

19 R 148/155 (96%) 140 (95%) 8 (5%) 0

20 S 79/85 (93%) 71 (90%) 8 (10%) 0

21 T 117/120 (98%) 109 (93%) 7 (6%) (1%)

22 U 51/67 (76%) 48 (94%) 3 (6%) 0

23 \Y% 63/71 (89%) 59 (94%) 4 (6%) 0

24 W 152/154 (99%) 147 (97%) 3 (2%) 2 (1%)

25 X 80/92 (87%) 71 (89%) 7 (9%) 2 (2%)

26 Y 140/241 (58%) 139 (99%) 1 (1%) 0

27 Z 71/73 (97%) 61 (86%) 7 (10%) (4%)

28 1 54/57 (95%) 51 (94%) 3 (6%) 0

29 2 42/50 (84%) 42 (100%) 0 0

30 3 90/92 (98%) 85 (94%) 4 (4%) (1%)

31 I 68/162 (42%) 50 (74%) | 17 (25%) (2%) 131 42
All All 3705/4426 (84%) | 3419 (92%) | 250 (7%) | 36 (1%) 19 54

5 of 36 Ramachandran outliers are listed below:
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Mol | Chain | Res | Type
3 A 37 VAL
8 F 101 ALA
15 N 154 LEU
15 N 184 ILE
24 W 77 ALA

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
3 A 179/182 (98%) 171 (96%) 8 (4%) 34 70
4 B 282/283 (100%) | 271 (96%) 11 (4%) 39 |75
5t C 193/193 (100%) | 179 (93%) 14 (7%) 177 45
6 D 117/148 (79%) 109 (93%) 8 (7%) 20 49
7 E 152/156 (97%) | 150 (99%) | 2 (1%) 76
8 F 93/94 (99%) 92 (99%) 1 (1%) 80 195
9 G 27/283 (10%) 26 (96%) 1 (4%) 41 177
10 H 132/141 (94%) 125 (95%) 7 (5%) 28 63
11 J 118/121 (98%) 112 (95%) 6 (5%) 29 65
12 K 106,/106 (100%) | 102 (96%) 4 (4%) 40 |76
13 L 113/127 (89%) 108 (96%) 5 (4%) 35 70
14 M 158/160 (99%) 149 (94%) 9 (6%) 25 59
15 N 149/150 (99%) 142 (95%) 7 (5%) 32 68
16 O 93/94 (99%) 92 (99%) 1 (1%) 80
17 P 113/117 (97%) | 110 (97%) | 3 (3%) 52
18 Q 79/80 (99%) 76 (96%) 3 (4%) 40 |76
19 R 117/122 (96%) 114 (97%) 3 (3%) 54
20 S 71/74 (96%) 1 (100%) 0 100
21 T 105/106 (99%) 99 (94%) 6 (6%) 25 59
22 U 44/53 (83%) 4 (100%) 0 100 | | 100

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
23 | v 51/57 (90%) | 50 (98%) | 1(2%) | 63 lss| |
24 W 130/130 (100%) | 125 (96%) 5 (4%) 40 176
25 X 66,/74 (89%) 61 (92%) 5 (8%) 16 43
26 Y 120/196 (61%) 116 (97%) 4 (3%) 45 180
27 Z 60/60 (100%) 59 (98%) 1 (2%) 68
28 1 46 /47 (98%) 46 (100%) 100
29 2 42/46 (91%) 41 (98%) 1 (2%) o7
30 3 79/79 (100%) 77 (98%) 2 (2%) 55
31 I 58/130 (45%) | 58 (100%) [100] [100]
All All 3093/3609 (86%) | 2975 (96%) | 118 (4%) 40 |76

5 of 118 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
11 J 39 VAL
13 L 140 VAL
25 X 79 GLU
11 J 46 ILE
12 K 10 GLN

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 79 such
sidechains are listed below:

Mol | Chain | Res | Type
14 M o8 GLN
19 R 98 ASN
29 2 45 ASN
14 M 137 ASN
17 P 118 GLN

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 0 2745/2772 (99%) 234 (8%) 28 (1%)
2 9 121/122 (99%) 17 (14%) 1 (0%)

All All 2866,/2894 (99%) 251 (8%) 29 (1%)

5 of 251 RNA backbone outliers are listed below:

WO RLDWIDE

PROTEIN DATA BANK
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Mol | Chain | Res | Type
1 0 31 C
1 0 60 A
1 0 67 A
1 0 69 A
1 0 70 A

5 of 29 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
1 0 1377 C
1 0 1506 U
1 0 2726 U
1 0 1450 C
1 0 1684 A
5.4

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

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

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

Mol | Type | Chain | Res | Link Counts],3 Onl%il\/llglzlgtis\Z | > 2 CountsBorl%(li/[nglgle#ZZ | > 2
1 [oMU| o0 [2587] 1 122223 1.06 | 1(8%) |19,31,34| 3.13 | 2 (10%)
1 |OMG| o [2s88] 1 17,2627 1.07 | 1(5%) | 21,3841 | 2.53 | 3 (14%)
1 UR3 0 2619 1 12,22,23 | 0.80 0 16,32,35 | 0.82 0
1 | PSU | o [2621| 1 [132122] 154 | 2 (15%) | 18,30,33 | 6.08 | 3 (16%)
1 | IMA | 0 | 628 | 1 |142526| 1.03 | 1(7%) | 153740 | 108 | 1 (6%)

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

no outliers of that kind were identified.

Mol

Type

Chain

Res

Link

Chirals

Torsions

Rings

1

OMU

0

2587

1

0/5,/27/28

0/2/2/2

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
T |OMG| 0 |2588] 1 - 0/5/27/28 | 0/3/3/3
1 | UR3 0 |2619] 1 - 0/3/25/26 | 0/2/2/2
1 | PSU 0 |2621| 1 - 0/7/25/26 | 0/2/2/2
1 | IMA | 0 | 628 1 - 0/3/25/26 | 0/3/3/3

All (5) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 0 2621 | PSU | C5-C1’ | -4.56 1.48 1.52
1 0 2621 | PSU | C4-N3 | 2.51 1.37 1.33
1 0 2587 | OMU | C4-N3 | 2.64 1.38 1.33
1 0 628 | IMA | C6-N6 | 2.66 1.34 1.29
1 0 2588 | OMG | C6-N1 | 3.22 1.39 1.33

The worst 5 of 9 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(®)
1 0 2621 | PSU | N1-C2-N3 | -21.37 114.70 128.33
1 0 2588 | OMG | C5-C6-N1 | -8.79 111.57 123.59
1 0 628 | 1IMA | C2-N3-C4 | -3.68 110.70 116.40
1 0 2587 | OMU | C5-C4-N3 | -3.36 114.51 123.12
1 0 2588 | OMG | N3-C2-N1 | -2.12 124.21 127.44

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

1 monomer is involved in 1 short contact:

Mol

Chain

Res

Type

Clashes

Symm-Clashes

1

0

2587

OMU

1

0

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 232 ligands modelled in this entry, 231 are monoatomic - leaving 1 for Mogul analysis.
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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
36 | NEG 0 8823 | 32 | 11,16,16 | 1.49 1 (9%) |12,20,20 | 1.05 1 (8%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns.
no outliers of that kind were identified.

Mol

Type

Chain

Res

Link

Chirals

Torsions

Rings

36

NEG

0

8823

32

- 0/15/18/18

0/0/0/0

All (1) bond length outliers are listed below:

Mol

Chain

Res

Type

Atoms

Z | Observed(A)

Ideal(A)

36

0

8823

NEG

N2-N3

-4.60

1.36

1.41

All (1) bond angle outliers are listed below:

Mol

Chain

Res

Type

Atoms

Z | Observed(°)

Ideal(°)

36

0

8823

NEG

C9-N3-C7

-3.30 110.28

121.82

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

1 monomer is involved in 5 short contacts:

Mol

Chain

Res

Type

Clashes

Symm-Clashes

36

0

8823

NEG

5

0

5.7 Other polymers (i)

There are no such residues in this entry.

- means
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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 | 2749/2772 (99%) |  -0.70 19, 42, 86, 144 0
2 0 | 122/122 (100%) | -0.75 35, 59, 83, 147 0
3 A 237 /240 (98%) -0.47 95, 46, 78, 99 0
4 B 337/338 (99%) -0.69 26, 50, 75, 85 0
3 C 246/246 (100%) -0.63 23, 44, 66, 75 0
6 D 140/177 (79%) 1.04 54, 94, 118, 126 0
7 E 172/178 (96%) 20.52 40, 63, 83, 88 0
8 F 119/120 (99%) 0.17 42, 67, 89, 100 0
9 G 29/348 (8%) 1.11 73, 89, 96, 98 0
10 H 160/174 (91%) -0.15 36, 56, 86, 95 0
11 J 142/145 (97%) -0.69 32, 47, 68, 89 0
12 K | 132/132 (100%) -0.78 99, 45, 67, T8 0
13 L 145/165 (87%) -0.06 23, 62, 102, 114 0
14 | M | 194/196 (98%) -0.76 30, 40, 55, 63 0
15 N 186/187 (99%) -0.20 37,59, 103, 114 0
16 O 115/116 (99%) -0.65 35, 51, 67, 76 0
17 P 143/149 (95%) -0.60 36, 51, 63, 72 0
18 | Q 95/96 (98%) -0.64 33, 44, 56, 70 0
19 R 150/155 (96%) -0.69 30, 43, 64, 79 0
20 S 81/85 (95%) 2010 2 (2%) 61 55 43, 58, 78, 80 0
21 T 119/120 (99%) 10.33 3(2%) 61 55 A1, 54, 77, 95 0
99 U 53/67 (79%) -0.59 37, 50, 70, 77 0
23 | Vv 65/71 (91%) 0.78 51, 72, 106, 114 0
24 | W | 154/154 (100%) 20.56 33, 47, 63, T3 0

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
25 X 82/92 (89%) -0.26 4 (4%) 33 27 43, 56, 81, 96 0
26 Y 142/241 (58%) -0.71 2 (1%) | 78 | 76 25, 42, 64, 84 0
27 / 73/73 (100%) -0.44 0 I 45, 57, 74, 93 0
28 1 56/57 (98%) -0.79 0 28, 32, 39, 48 0
29 2 46/50 (92%) -0.25 3(6%) 22 |16 34, 60, 93, 102 0
30 3 92/92 (100%) -0.62 0 §100Qf100 32, 51, 64, 75 0
31 I 70/162 (43%) 3.82 60 (85I70)|hﬁ 101, 115, 127, 129 0
All All 6646/7320 (90%) -0.49 154 (2%) 64 59 19, 48, 93, 147 0

The worst 5 of 154 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
23 \Y% 1 THR 12.3
31 I 79 ILE 9.8
31 I 71 | GLY 9.3
6 D 63 ILE 8.9
31 I 75 | THR 7.8

6.2 Non-standard residues in protein, DNA, RNA chains (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
1 OMU 0 2587 | 21/22 0.99 0.09 - 29,31,33,36 0
1 UR3 0 2619 | 21/22 0.97 0.12 - 32,34,35,37 0
T | IMA | 0 628 | 23/24 | 008 | 0.14 } 26,29,30,31 0
1 OMG 0 2588 | 24/25 0.97 0.12 - 26,32,34,36 0
1 | PSU 0 | 2621 | 20/21 | 0.08 | 0.11 } 93.27,32,33 0

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.
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6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95" percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
34 NA 0 8577 1/1 0.57 0.53 | 29.60 70,70,70,70 0
34 NA 0 8520 1/1 0.96 0.34 | 24.90 35,35,35,35 0
34 NA 0 8571 1/1 0.81 0.28 24.19 46,46,46,46 0
34 NA 0 8573 1/1 0.90 0.32 | 22.85 96,56,56,56 0
33 K 0 8401 1/1 0.89 0.35 | 17.24 78,78,78,78 0
34 NA 0 8562 1/1 0.88 0.33 | 14.12 65,65,65,65 0
34 | NA 0 |8503] 1/1 0.98 | 0.26 | 13.18 11,11 0
34 NA 0 8523 1/1 0.93 0.28 | 13.07 56,56,56,56 0
32 MG 0 8062 1/1 0.92 0.21 12.76 9,5,9,5 0
34 NA 0 8559 1/1 0.88 0.30 | 11.80 48,48,48,48 0
34 NA 0 8582 1/1 0.57 0.26 | 10.72 88,88,88,88 0
34 NA 0 8578 1/1 0.89 0.37 9.19 49,49,49,49 0
36 | NEG 0 8823 | 17/17 0.90 0.18 8.38 68,72,82,83 0
34 NA 0 8565 1/1 0.96 1.02 7.40 52,52,52,52 0
34 | NA 0 |8576 | 1/1 0.98 | 020 | 7.18 94.24.,24.24 0
34 NA 0 8514 1/1 0.98 0.26 5.98 37,37,37,37 0
34 NA 0 8561 1/1 0.93 0.34 0.85 61,61,61,61 0
34 NA R 8586 1/1 0.91 0.28 0.89 29,29,29,29 0
34 NA 0 8535 1/1 0.86 0.19 5.83 39,39,39,39 0
34 NA L 8580 1/1 0.96 0.27 5.18 1,1,1,1 0
34 NA 0 8572 1/1 0.91 0.20 0.17 68,68,68,68 0
34 NA 0 8526 1/1 0.93 0.16 5.07 63,63,63,63 0
34 NA 0 8564 1/1 0.85 0.21 4.62 50,50,50,50 0
32 MG 0 8060 1/1 0.87 0.21 4.53 43,43,43,43 0
32 MG 0 8096 1/1 0.89 0.12 3.19 52,52,52,52 0
32 MG 0 8080 1/1 0.68 0.18 3.05 48,48,48,48 0
32 MG 0 8018 1/1 0.98 0.17 2.94 26,26,26,26 0
34 | NA 0 |8568| 1/1 082 | 0.12 | 2.79 61,61,61,61 0
34 NA 0 8527 1/1 0.94 0.15 2.21 46,46,46,46 0
34 NA 0 8566 1/1 0.93 0.11 2.09 74,74,74,74 0
34 | NA 0 | 8521 1/1 0.99 | 021 | 2.07 43 43,4343 0
34 NA 0 8510 1/1 0.99 0.13 2.05 22,22,22,22 0
32 MG 0 8052 1/1 0.95 0.14 2.03 7T 0
32 MG 0 8006 1/1 0.97 0.14 1.87 32,32,32,32 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
34 | NA Q | 8548 | 1/1 0.78 | 0.19 | 1.82 13,4343 43 0
32 MG 0 8010 1/1 0.99 0.16 1.77 13,13,13,13 0
34 NA 0 8550 1/1 0.93 0.17 1.75 40,40,40,40 0
34 NA 0 8553 1/1 0.97 0.16 1.53 32,32,32,32 0
32 | MG 3 8078 | 1/1 0.99 | 0.15 | 1.35 1L,11,11,11 0
32 MG 0 8004 1/1 0.92 0.15 1.11 23,23,23,23 0
32 MG 0 8002 1/1 0.99 0.14 0.91 27,27,27,27 0
32 MG 0 8057 1/1 0.91 0.10 0.82 29,29,29,29 0
32 | MG 0 |8038] 1/1 0.98 | 0.14 | 0.80 21,21,21,21 0
32 MG 0 8091 1/1 0.96 0.12 0.45 53,53,53,53 0
32 | MG 0 8054 1/1 0.94 | 0.14 | 0.20 24,24,24,24 0
34 NA 0 8525 1/1 0.98 0.14 0.19 71,71,71,71 0
32 MG 0 8110 1/1 0.91 0.13 | -0.03 54,54,54,54 0
34 NA A 8545 1/1 0.80 0.12 | -0.29 57,57,57,57 0
34 NA R 8538 1/1 0.54 0.10 | -0.39 55,55,55,55 0
32 | MG 0 |8033] 1/1 1.00 | 0.09 | -0.72 21,21,21,21 0
32 MG A 8065 1/1 0.95 0.12 | -0.75 37,37,37,37 0
37 CD Z 8703 1/1 1.00 0.09 | -0.78 63,63,63,63 0
35 CL J 8821 1/1 0.89 0.11 | -0.81 60,60,60,60 0
32 MG 0 8067 1/1 0.98 0.11 | -0.81 52,52,52,52 0
32 MG Y 8109 1/1 0.91 0.10 | -0.81 36,36,36,36 0
34 NA 0 8543 1/1 0.94 0.09 | -0.91 32,32,32,32 0
32 MG 0 8107 1/1 0.98 0.08 | -1.14 36,36,36,36 0
32 MG 0 8013 1/1 0.97 0.10 | -1.15 26,26,26,26 0
34 NA 0 8532 1/1 0.92 0.09 | -1.16 34,34,34,34 0
35 CL O 8808 1/1 0.88 0.09 | -1.30 66,66,66,66 0
32 MG 0 8020 1/1 0.97 0.10 | -1.32 26,26,26,26 0
37 CD 3 8704 1/1 0.99 0.05 | -1.51 53,53,53,53 0
37 CD U 8701 1/1 0.99 0.06 | -1.59 63,63,63,63 0
32 | MG 0 |8017| 1/1 0.94 | 0.12 | -1.69 25,25,25.25 0
32 MG 0 8077 1/1 0.99 0.12 | -1.79 30,30,30,30 0
37 CD 1 8702 1/1 0.99 0.09 | -1.82 55,55,55,55 0
32 MG 0 8056 1/1 0.98 0.06 | -1.89 42.42,42 42 0
34 NA 0 8531 1/1 0.98 0.12 | -1.92 35,35,35,35 0
32 MG 0 8014 1/1 1.00 0.10 | -1.99 34,34,34,34 0
35 CL 0 8805 1/1 0.84 0.07 | -2.00 58,58,58,58 0
32 MG T 8073 1/1 0.91 0.04 | -2.00 63,63,63,63 0
34 NA 0 8509 1/1 0.96 0.08 | -2.04 23,23,23,23 0
32 MG 0 8074 1/1 0.99 0.04 | -2.05 28,28,28,28 0
34 NA J 8546 1/1 0.94 0.05 | -2.06 27,27,27,27 0
35 CL M 8818 1/1 0.99 0.09 | -2.12 36,36,36,36 0
32 MG 0 8003 1/1 0.98 0.08 | -2.21 29,29,29,29 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
35 CL 0 8812 1/1 0.97 0.06 | -2.37 40,40,40,40 0
34 NA 0 8517 1/1 0.93 0.08 -2.42 24.24.24 24 0
32 MG 0 8112 1/1 0.94 0.07 | -2.82 38,38,38,38 0
32 MG 0 8015 1/1 0.86 0.12 | -2.90 34,34,34,34 0
32 MG 0 8012 1/1 0.95 0.08 | -2.95 30,30,30,30 0
32 MG 0 8058 1/1 0.98 0.07 | -3.09 32,32,32,32 0
32 MG 0 8001 1/1 0.97 0.09 | -3.30 25,25,25,25 0
32 MG 0 8021 1/1 0.93 0.07 | -3.32 37,37,37,37 0
34 NA 0 8539 1/1 0.89 0.11 | -3.51 30,30,30,30 0
32 MG 0 8064 1/1 0.96 0.06 | -3.54 28,28,28,28 0
32 MG 0 8032 1/1 0.85 0.06 | -3.62 29,29,29,29 0
34 NA 0 8544 1/1 0.84 0.04 -3.65 14,14,14,14 0
32 MG 0 8044 1/1 0.95 0.06 | -3.81 33,33,33,33 0
32 MG 0 8028 1/1 0.90 0.07 | -4.12 39,39,39,39 0
34 | NA 0 |8533] 1/1 0.96 | 0.06 | -4.16 22,22,22,22 0
34 NA M 8547 1/1 0.99 0.04 | -4.20 35,35,35,35 0
35 CL B 8819 1/1 0.93 0.06 | -4.32 39,39,39,39 0
33 K 0 8402 1/1 0.95 0.10 | -4.33 49,49,49,49 0
35 CL 3 8804 1/1 1.00 0.04 | -4.49 42,42,42.42 0
32 MG 0 8108 1/1 0.91 0.04 | -4.98 66,66,66,66 0
32 MG 0 8035 1/1 0.90 0.06 | -5.21 36,36,36,36 0
32 MG 0 8019 1/1 0.92 0.04 | -5.40 26,26,26,26 0
32 MG 0 8008 1/1 0.95 0.08 | -5.50 27,27,27,27 0
32 | MG 0 |8084| 1/1 0.99 | 0.03 | 6.13 12,42.42.42 0
32 MG 0 8088 1/1 0.88 0.07 | -6.56 22,22,2222 0
34 NA 0 8556 1/1 0.96 0.08 | -7.51 54,54,54,54 0
32 MG 0 8053 1/1 0.99 0.03 | -8.23 50,50,50,50 0
32 MG 0 8104 1/1 0.96 0.16 - 67,67,67,67 0
32 MG 0 8040 1/1 0.85 0.12 - 46,46,46,46 0
34 NA 9 8552 1/1 0.85 0.15 - 47,4747 .47 0
32 MG 0 8029 1/1 0.98 0.06 - 36,36,36,36 0
32 | MG 0 8116 1/1 0.94 | 0.10 ; A7 A7 47 AT 0
32 MG 0 8072 1/1 0.90 0.09 - 55,55,55,55 0
34 NA 0 8513 1/1 0.85 0.09 - 46,46,46,46 0
32 MG 0 8102 1/1 0.85 0.14 - 70,70,70,70 0
34 NA 0 8511 1/1 0.93 0.09 - 46,46,46,46 0
34 | NA 0 |8560| 1/1 0.96 | 0.08 _ 44,4444 44 0
34 | NA 0 | 854l | 1/1 0.98 | 0.11 ; A7 A7 47 AT 0
32 MG 0 8063 1/1 0.89 0.30 - 89,89,89,89 0
34 NA 0 8536 1/1 0.95 0.06 - 38,38,38,38 0
32 MG 0 8016 1/1 0.99 0.13 - 19,19,19,19 0
32 MG K 8069 1/1 0.98 0.07 - 54,54,54,54 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
32 MG 0 8009 1/1 0.94 0.15 - 31,31,31,31 0
32 MG 0 8039 1/1 0.99 0.11 - 43,43,43,43 0
32 MG 0 8087 1/1 0.86 0.11 - 61,61,61,61 0
32 MG 0 8049 1/1 0.99 0.12 - 30,30,30,30 0
32 MG 0 8037 1/1 0.98 0.09 - 38,38,38,38 0
32 MG 0 8100 1/1 0.94 0.21 - 37,37,37,37 0
32 MG 0 8024 1/1 0.72 0.65 - 80,80,80,80 0
32 MG 0 8007 1/1 1.00 0.14 - 9,9,9,9 0
34 NA 0 8557 1/1 0.94 0.05 - 49,49,49,49 0
32 MG 0 8081 1/1 0.97 0.11 - 34,34,34,34 0
32 MG 0 8027 1/1 0.99 0.06 - 39,39,39,39 0
34 NA 0 8528 1/1 0.94 0.18 - 39,39,39,39 0
35 CL 0 8803 1/1 0.94 0.07 - 52,52,52,52 0
35 CL Q 8811 1/1 0.97 0.08 - 58,58,58,58 0
34 NA 0 8581 1/1 0.95 0.05 - 38,38,38,38 0
32 MG 0 8071 1/1 0.76 0.12 - 62,62,62,62 0
34 NA 0 8516 1/1 0.96 0.26 - 45,45,45,45 0
32 MG 0 8031 1/1 0.97 0.13 - 33,33,33,33 0
32 MG 0 8061 1/1 0.96 0.10 - 30,30,30,30 0
34 | NA 0 8524 1/1 094 | 0.11 ; 45.45,45.45 0
32 MG 0 8101 1/1 0.98 0.21 - 71,71,71,71 0
32 MG 0 8075 1/1 0.93 0.10 - D7,57,57,57 0
32 MG 0 8103 1/1 0.96 0.21 - 70T 0
34 NA 0 8505 1/1 0.91 0.13 - 36,36,36,36 0
34 NA 0 8554 1/1 0.92 0.23 - 39,39,39,39 0
32 MG B 8055 1/1 0.78 0.08 - 43,43,43,43 0
32 MG 0 8023 1/1 0.98 0.15 - 39,39,39,39 0
32 MG 0 8098 1/1 0.95 0.17 - 31,31,31,31 0
34 NA 9 8551 1/1 0.72 0.22 - 95,95,95,95 0
35 CL 0 8816 1/1 0.98 0.12 - 57,57,57,57 0
35 CL 0 8814 1/1 0.97 0.06 - 46,46,46,46 0
32 MG 0 8094 1/1 0.80 0.10 - 66,66,66,66 0
32 MG 0 8042 1/1 0.94 0.05 - 35,35,35,35 0
32 MG 0 8111 1/1 0.94 0.13 - 50,50,50,50 0
32 MG 9 8095 1/1 0.92 0.05 - 55,55,55,55 0
32 MG 0 8041 1/1 0.86 0.07 - 54,54,54,54 0
32 MG 0 8079 1/1 0.99 0.14 - 27,27,27,27 0
34 NA 0 8575 1/1 0.96 0.28 - 52,52,52,52 0
35 CL J 8801 1/1 0.94 0.08 - 54,54,54,54 0
32 MG 0 8093 1/1 0.97 0.05 - 43,43,43,43 0
32 MG 0 8051 1/1 0.97 0.07 - 40,40,40,40 0
34 NA 0 8508 1/1 0.78 0.22 - 36,36,36,36 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
32 MG 0 8047 1/1 0.91 0.06 - 72,72,72,72 0
35 CL 0 8815 1/1 0.89 0.13 - 61,61,61,61 0
34 NA 0 8563 1/1 0.98 0.19 - 52,52,52,52 0
32 MG 0 8034 1/1 0.97 0.07 - 15,15,15,15 0
32 MG 0 8050 1/1 0.66 0.15 - 66,66,66,66 0
34 NA 0 8569 1/1 0.84 0.31 - 63,63,63,63 0
37 CD O 8705 1/1 0.49 0.42 - 187,187,187,187 0
34 NA 0 8567 1/1 0.75 0.28 - 51,51,51,51 0
34 NA C 8504 1/1 0.94 0.18 - 41,41,41,41 0
34 NA 0 8555 1/1 0.86 0.90 - 81,81,81,81 0
32 MG 0 8097 1/1 0.96 0.07 - 35,35,35,35 0
32 MG 0 8099 1/1 0.89 0.15 - 42,42,42.42 0
34 NA 9 8583 1/1 0.90 0.21 - 63,63,63,63 0
32 MG 0 8059 1/1 0.85 0.09 - 38,38,38,38 0
32 MG 0 8090 1/1 0.95 0.24 - 72,72,72,72 0
32 MG 0 8026 1/1 0.97 0.15 - 32,32,32,32 0
32 MG 0 8083 1/1 0.83 0.06 - 40,40,40,40 0
34 NA 0 8530 1/1 0.94 0.08 - 33,33,33,33 0
32 MG 0 8045 1/1 0.86 0.09 - 51,51,51,51 0
32 MG 0 8089 1/1 0.99 0.12 - 32,32,32,32 0
34 NA 0 8502 1/1 0.91 0.11 - 51,51,51,51 0
34 NA 0 8542 1/1 0.99 0.28 - 1,1,1,1 0
34 NA 0 8540 1/1 0.96 0.11 - 43,43,43,43 0
34 NA S 8512 1/1 0.91 0.70 - 62,62,62,62 0
35 CL L 8810 1/1 0.83 0.09 - 54,54,54,54 0
35 CL 0 8817 1/1 0.96 0.12 - 59,59,59,59 0
32 MG 0 8046 1/1 0.88 0.06 - 45,45,45,45 0
34 NA 0 8558 1/1 0.70 0.41 - 68,68,68,68 0
32 MG 0 8022 1/1 0.97 0.05 - 40,40,40,40 0
34 | NA 0 |8534] 1/1 0.96 | 0.06 _ A1,41,41 41 0
32 MG 0 8082 1/1 0.86 0.22 - 65,65,65,65 0
32 MG 0 8106 1/1 0.51 0.17 - 63,63,63,63 0
32 MG 0 8086 1/1 0.81 0.04 - 46,46,46,46 0
32 | MG 0 |8115| 1/1 0.98 | 0.03 ; 41,41 41 41 0
34 NA 0 8585 1/1 0.81 0.32 - 59,59,59,59 0
32 MG 0 8092 1/1 0.82 0.11 - 66,66,66,66 0
32 MG 0 8048 1/1 0.95 0.10 - 48,48,48,48 0
32 MG 0 8005 1/1 1.00 0.14 - 32,32,32,32 0
34 NA 0 8570 1/1 0.96 0.36 - 64,64,64,64 0
34 NA 0 8584 1/1 0.64 0.35 - 68,68,68,68 0
32 MG 0 8085 1/1 0.80 0.14 - 48,48,48.,48 0
32 MG 0 8068 1/1 0.96 0.06 - 54,54,54,54 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
32 MG 0 8070 1/1 0.88 0.10 - 34,34,34,34 0
34 NA 0 8506 1/1 0.84 0.37 - 52,52,52,52 0
32 MG 0 8030 1/1 0.98 0.06 - 20,20,20,20 0
32 MG 0 8011 1/1 0.94 0.08 - 23,23,23,23 0
35 CL R 8806 1/1 0.92 0.07 - 52,52,52,52 0
35 CL N 8807 1/1 0.92 0.12 - 57,57,57,57 0
34 NA H 8522 1/1 0.89 0.35 - 71,71,71,71 0
32 MG 0 8117 1/1 0.94 0.09 - 45,45,45,45 0
35 CL J 8802 1/1 0.91 0.12 - 58,58,58,58 0
34 NA 0 8501 1/1 0.94 0.04 - 51,51,51,51 0
34 NA 0 8519 1/1 0.99 0.12 - 21,21,21,21 0
32 MG 0 8076 1/1 0.56 0.12 - 44,44,44,44 0
35 CL 0 8822 1/1 0.95 0.30 - 71,71,71,71 0
32 MG A 8066 1/1 0.96 0.14 - 47,4747 .47 0
35 CL A 8809 1/1 0.97 0.13 - 71,71,71,71 0
34 NA 0 8549 1/1 0.87 0.19 - 45,45,45,45 0
34 NA 0 8515 1/1 0.96 0.14 - 33,33,33,33 0
32 MG 0 8036 1/1 0.98 0.04 - 29,29,29,29 0
34 NA 0 8529 1/1 0.91 0.15 - 56,56,56,56 0
32 MG 0 8025 1/1 0.99 0.10 - 32,32,32,32 0
32 MG 0 8043 1/1 0.84 0.19 - 61,61,61,61 0
34 NA 0 8518 1/1 0.98 0.12 - 40,40,40,40 0
34 NA 0 8507 1/1 0.81 0.12 - 54,54,54,54 0
34 NA 0 8574 1/1 0.03 0.83 - 73,73,73,73 0
35 CL 0 8813 1/1 0.98 0.06 - 55,55,55,55 0
34 NA R 8537 1/1 0.88 0.05 - 35,35,35,35 0
35 CL 0 8820 1/1 0.95 0.06 - 36,36,36,36 0
32 MG 0 8113 1/1 0.77 0.13 - 49,49,49,49 0
34 NA 0 8579 1/1 0.95 0.08 - 46,46,46,46 0
32 MG 0 8114 1/1 0.89 0.23 - 41,41,41,41 0

6.5 Other polymers (i)

There are no such residues in this entry.
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