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PDBID : 1VQ4 / pdb 00001vqg4
Title : The structure of the transition state analogue "DAA" bound to the large
ribosomal subunit of Haloarcula marismortui
Authors : Schmeing, T.M.; Steitz, T.A.
Deposited on  :  2004-12-16
Resolution : 2.70 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
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (i) symbol.

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

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

MolProbity : 4-5-2 with Phenix2.0

Mogul : 2022.3.0, CSD as543be (2022)
Xtriage (Phenix) : 2.0
EDS : 3.0
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
CCP4 : 9.0.010 (Gargrove)
Density-Fitness : 1.0.12
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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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 2.70 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in

the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks
Clashscore I]
Ramachandran outliers l]
Sidechain outliers NN |

RSRZ outliers NN
RNA backbone NN

Worse
I Percentile relative to all X-ray structures

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

Value
I (6
N 1.3%
. 2%
A 3.6%

20— .65

Better

1VQ4

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 190562 3843 (2.70-2.70)
Ramachandran outliers 187476 3778 (2.70-2.70)
Sidechain outliers 187428 3778 (2.70-2.70)
RSRZ outliers 180081 3538 (2.70-2.70)
RNA backbone 3983 1044 (2.90-2.50)

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 of the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria respectively. A grey segment represents the fraction of residues that are not modelled.
The numeric value for each fraction is indicated below the corresponding segment, with a dot
representing fractions <=5% 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 2922 | ® = o e
2%

2 9 122 53% 34% 11%

3 4 8 38% 50% 12%
%

4 A 240 = 52% 40% 6% -
%

5 338 49% 44% 6%

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

Mol | Chain | Length Quality of chain
%
6 C 246 - 53% 41% 6%
20%
7 177 25% 49% 21%
5%
8 E 178 58% 35% T
7%
9 F 120 52% 44% o
%
10 G 348 | . 5o
3%
11 H 171 - 54% 36% 6%
%
12 J 145 = 65% 28% 5%
%
13 K 132 55% 41% 5%
13%
14 L 165 50% 36% 12%
%
15 M 194 | " — e -
5%
16 N 187 51% 43% R
%
17 O 116 = 66% 31% o
7%
18 P 149 - 64% 28% R
%
19 Q 96 68% 28% o
20 R 155 57% 35% 5% .
%
21 S 85 = 65% 29% 5%
5%
22 T 120 51% 40% 8% .
%
23 U 66 = 44% 36% e
23%
L I
24 AV 71 44% 45% . 8%
25 %Y 154 46% 49% 5%
5%
26 X 92 41% 41% 7%  11%
%
27 Y 241 39% 18% 41%
5%
28 y/ 83 43% 39% 6%  12%
29 1 57 63% 35% .
14%
30 2 50 52% 40% 8%
Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
3%
31 3 92 = 61% 36%
10%
32 I 162 I — 23% . 57%
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2 Entry composition (i)

There are 38 unique types of molecules in this entry. The entry contains 98999 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 O P
1 0 2041 50021 26350 10878 19048 2745 0 0 0
There are 5 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual Comment Reference
0 628 1MA A modified residue | GB 3377779
0 2587 OMU U modified residue | GB 3377779
0 2588 oOMG G modified residue | GB 3377779
0 2619 UR3 U modified residue | GB 3377779
0 2621 PSU U modified residue | GB 3377779
e Molecule 2 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
2 ) 122 2600 1160 472 847 121 0 0 0

e Molecule 3 is a RNA chain called 5-R(*CP*CP*(5AA)P*(20P)P*(PO2)P*(DA)P*C*C)-3’

).

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
3 4 8 127 61 23 38 5 0 0 0
e Molecule 4 is a protein called 50S ribosomal protein L2P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 A 237 1753 1072 352 324 5 0 0 0

e Molecule 5 is a protein called 50S ribosomal protein L3P.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o B 337 2625 1616 493 511 5 0 0 0
e Molecule 6 is a protein called 50S ribosomal protein L4E.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 C 246 1859 1131 344 383 1 0 0 0
e Molecule 7 is a protein called 50S ribosomal protein L5P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 b 140 1094 685 195 210 4 0 0 0
e Molecule 8 is a protein called 50S ribosomal protein L6P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 b 172 1357 840 224 289 4 0 0 0
e Molecule 9 is a protein called 508 ribosomal protein L7AE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
I K 119 890 551 141 197 1 0 0 0

e Molecule 10 is a protein called ACIDIC RIBOSOMAL PROTEIN PO HOMOLOG.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 G 29 240 149 39 51 1 0 0 0
e Molecule 11 is a protein called 50S RIBOSOMAL PROTEIN L10E.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 H 160 1266 785 237 238 6 0 0 0

e Molecule 12 is a protein called 50S ribosomal protein L13P.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 J 142 1120 696 199 222 3 0 0 0
e Molecule 13 is a protein called 50S ribosomal protein L14P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 K 132 992 609 187 192 4 0 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 14 is a protein called 50S ribosomal protein L15P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
14 L 145 1118 670 222 226 0 0 0
e Molecule 15 is a protein called 50S Ribosomal Protein L15E.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 M 194 1560 943 332 284 1 0 0 0
There are 2 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment | Reference
M 13 GLU LYS conflict GB 55231501
M 194 ALA GLY conflict GB 55231501
e Molecule 16 is a protein called 50S ribosomal protein L18P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 N 186 1445 895 262 286 2 0 0 0

e Molecule 17 is a protein called 50S ribosomal protein L18e.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
17 O 15 865 529 161 175 0 0 0
e Molecule 18 is a protein called 50S ribosomal protein L19E.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
18 P 143 1136 683 229 224 0 0 0
e Molecule 19 is a protein called 50S ribosomal protein L21e.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
19 Q 95 735 450 141 144 0 0 0
e Molecule 20 is a protein called 50S ribosomal protein L22P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 R 150 1149 713 209 223 4 0 0 0
e Molecule 21 is a protein called 50S ribosomal protein L23P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 S 81 641 389 111 138 3 0 0 0
e Molecule 22 is a protein called 50S ribosomal protein L24P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
22 T 119 950 568 180 202 0 0 0
e Molecule 23 is a protein called 50S ribosomal protein L24E.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
23 U 53 410 244 75 86 5 0 0 0

e Molecule 24 is a protein called 50S ribosomal protein L29P.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 v 65 499 304 94 100 1 0 0 0
e Molecule 25 is a protein called 50S ribosomal protein L30P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 W 154 1196 737 209 244 6 0 0 0
e Molecule 26 is a protein called 50S ribosomal protein L31e.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 X 82 654 402 129 122 1 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L32E.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
2T X 142 1130 686 228 216 0 0 0
e Molecule 28 is a protein called 50S ribosomal protein L37Ae.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 z 73 578 346 116 111 5 0 0 0
There is a discrepancy between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment | Reference
y/ 10 ARG SER conflict GB 55231162
e Molecule 29 is a protein called 50S ribosomal protein L37e.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 1 o6 431 258 86 83 4 0 0 0

e Molecule 30 is a protein called 50S ribosomal protein L39e.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 2 46 396 239 89 67 1 0 0 0
e Molecule 31 is a protein called 50S ribosomal protein L44E.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 3 92 755 458 153 137 7 0 0 0
e Molecule 32 is a protein called 50S RIBOSOMAL PROTEIN L11P.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 I 70 519 323 81 114 1 0 0 0

e Molecule 33 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
33 0 108 103 108 0 0
Total Mg
33 9 2 9 9 0 0
Total Mg
33 A 2 9 9 0 0
33 B 1 Total Mg 0 0
1 1
33 K 1 Total Mg 0 0
1 1
33 T 1 Total Mg 0 0
1 1
33 v 1 Total Mg 0 0
1 1
33 3 1 Toltal N{g 0 0

e Molecule 34 is POTASSIUM ION (CCD ID: K) (formula: K).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total K
34 0 3 3 3 0 0

e Molecule 35 is SODIUM ION (CCD ID: NA) (formula: Na).




Page 11 wwPDB X-ray Structure Validation Summary Report 1VQ4
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Na
35 0 72 79 79 0 0
Total Na
35 9 2 5 9 0 0
35 A 1 Total Na 0 0
1 1
35 C 1 Total Na 0 0
1 1
Total Na
35 H 2 9 9 0 0
35 ] 1 Total Na 0 0
1 1
35 L 1 Total Na 0 0
1 1
35 M 1 Total Na 0 0
1 1
35 Q 1 Total Na 0 0
1 1
Total Na
35 R 3 3 3 0 0
35 S 1 Toltal 1\? 0 0

e Molecule 36 is CHLORIDE ION (CCD ID: CL) (formula: CI).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Cl
36 0 10 10 10 0 0
26 A 1 Total Cl 0 0
1 1
36 B 1 Total Cl 0 0
1 1
Total Cl
36 J 3 3 3 0 0
36 K 1 Total Cl 0 0
1 1
36 L 1 Total Cl 0 0
1 1
36 M 1 Total Cl 0 0
1 1
36 N 1 Total Cl 0 0
1 1
36 | O | Toltal Cil 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
36 R 1 Total Cl 0 0

1 1
36 | 3 | Toltal (111 0 0

e Molecule 37 is CADMIUM ION (CCD ID: CD) (formula: Cd).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
37 0 1 Total Cd 0 0
1 1
37 U 1 Total Cd 0 0
1 1
a7 7 1 Total Cd 0 0
1 1
a7 1 1 Total Cd 0 0
1 1
37 3 1 Total Cd 0 0
1 1
e Molecule 38 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total @)
38 0 5764 5764 5764 0 0
Total O
38 9 133 133 133 0 0
Total O
38 4 3 3 3 0 0
Total O
38 A 116 116 116 0 0
Total O
38 B 143 143 143 0 0
Total O
38 C 173 173 173 0 0
Total O
38 D 44 m m 0 0
Total O
38 E 43 43 43 0 0
Total O
38 F 24 94 94 0 0
Total O
38 G 17 17 17 0 0

Continued on next page...

O RLDWIDE

PROTEIN DATA BANK



Page 13

wwPDB X-ray Structure Validation Summary Report

1VQ4

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
R | H 66 ngal 6% 0 0
3R | 52 ngal 5% 0 0
R | K 57 T‘;tfl 507 0 0
3 | L 81 T‘;'ial 5?1 0 0
38 | M 115 Tlolt;l 1(1)5 0 0
38 N 61 T‘g‘i&l (?1 0 0
38 0 45 ngal f5 0 0
38 P 63 ngal 6% 0 0
38 Q 52 ngal 5% 0 0
38 R 89 ngal 8% 0 0
38 S 31 Tgial ?())1 0 0
38 T 36 ngal ?())6 0 0
38 U 26 T;’gal 2% 0 0
38 \% 13 T(l’gal % 0 0
38 | W 70 T;’Bal % 0 0
38 X 31 Tgtlal 3())1 0 0
38 Y 03 ngal 9% 0 0
38 Z 31 Tgflal ?1 0 0
38 1 61 Tgtlal (?1 0 0
38 P 42 ngal fQ 0 0
R | 3 71 Titlal ;)1 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
38 I 9 9 9 0 0
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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

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
in the sample, but not in the model, are shown in grey.

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the

3 Residue-property plots (i)

e Molecule 1: 23S ribosomal rna

Page 15
Chain 0:

2070 1 1620 [ | 605V sz9n LT8v [ ] L00TY
90TV | | 66E0 805V | | 9zsn £26Y 9001V
| | 9679 262D | geen | L0SV 2299 sz8n
oms mms 1620 168V 9039 1290 [ |
0620 96€n | 5080 029y 11D 2280
169 26TV 6829 | geeV 5059 | | 07D | Tzsn
| 96V | I 88CY $6€D £059 zron 60.9 0289 1169
36V | 1820 £6€9 | | 1190 [ | 618V [ |
| | 68TV 98zn | | 0059 500 L06Y
26D 8810 £8EY I $0L0 | 9060
169 I I £0LD 978D 5060
06Y L6%Y T0LD s180 | woen |
I 3819 2820 08EY 209V 100 %189 £060
| 1820 e | A | 2069
180 281D 0820 8.8V 168V 6690 6089 [ |
98y | | | | 38hY | | 869V | gosv 8689
| | 8.10 TLEY 8%V 8859 1699 108V [ |
mﬁ »mﬁ ° ﬁmmo i hmﬁ 9690 908V «mﬁ
120 3690 | g08n
sn TLT0 | ozen 89€0 850 $69Y 5080 988Y
HLY Coun 6929 19€9 S99 €859 [ | £080 3889
| | 69TV | | 99en $.%0 2850 0699 | | $880
1.9 3920 | gq9gn | ey 1 | 6890 1611
0LV + | 99Ty $9€0 TLYY 889V | 96V
| B9V £9zn £9€V 5 695V | 189 S6.9
890 €970 | | omg | | mmﬁ $6.0
|9V 2910 0920 + %939 £6.LY
999 [ | 6529 19%9 [ | 1899 L zeL 9.8V
590 6519 | sszy | SSED 9%V 0950 [ ] T6.LV S.8V
%99 | ssTy 1529 YSEY [ | | essn 899 06.LY v.8Y
[ | 1819 9520 £5€D (452 8550 1190 [ | | si80
09y 9510 | | zsey 19%0 [ | 1840 z.80
| | | | 642D 18€D | | 2L99 [ 180 |
939 €310 [ | 03€0 (55 1.9V t 0.8 6969
| | TSIV (374} | | 1850 0499 9LLY 6989 8969
159 STV 5520 3%€D 0850 7599 6999 8119 8989 [ |
| | | | {474} HHED 6%V £%59 [ | | | 198V 2960
6€D %70 5244 £9E0 8%¥D | Tyev 5990 99.LY [ | 196V
[ | — ez zveD LybY 580 | LS9 198V ® 0969
sen ° T2V [ | 99D 0%SY 1999 %90 0980 6360
— L€70 — 6EEY svn | 099V | | | 6980 8569
9ETD | geen 50 659V 650 858N | |
oen | | 9£TY LEEY | | 1€99 8590 | 88w 158V £569
620 0£TD | | 1 THHY 9£GY 1599 150 9589 *
| | 9zey 0%¥0 | | 9599 | | | ggen |
74) ° [ | TEEV [ | zESY VLY %389 6v60
£29 €229 [ | £EVD [ | [ | €980 8769
. zen zTey 61EV zEVD zT30 1940 [ ] 1v60
129 1229 81€D | | | Tesv 6E9Y | | 8780 9%60
029 | ozzd 118V 12D 0z3Y 8£90 8€.D [ | SH6N
| | 1210 6129 9TEY 9THH | ergy | 189 LELY vH8v 7769
e om L oTw | | | 819D 9€9D | | ewev |
mm2 yIen 60€D 617V 1180 mmﬁ ° omg (a0
| gren 1 8170 9Ty 1969
STI0 (4141 1 | g180 ZE9Y TELD sesn | |
2 | | $0€D $159 | 789V 1€L0 | vesp ze6N
£TTY 9029 £0€0 $I50 €ISV 0g9Y 0€LD £€89 . 1860
(435} s0zn | | | | [4L5) | 6TV | | zesn 0£60
1110 %02V 6620 807V TGV 829V 810 [ ] [ |
[ | [ | 8620 L0%Y orsn [ | AT 8289 926Y

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

wwPDB X-ray Structure Validation Summary Report 1VQ4

Page 16

CETTY

60110

660D
860TYV

S60TN

8801V

99010

oo

6S0TD
8501V
LSOTY
950TNn

€50TD
2¢S0TH
TS0T1D

SY0TD
%010

7070
0v0TY

S20T0

ST0TO
V10TV

0T0TD

€12TD

0TZTH

60210

L0TTV

@ 20Tty
T02TD

89T1D

29TTD

® 1911V
09T1D
6STTD
8SGT1H

9ST1D
SSTTD

TST1D

LETTD

SETTD

TCETY

9T€TD

viemn
ETETY
(4295
TIETD

80ETY
LOETY
90€TN
S0€TD
v0ETN

6621D
86210

S6CTD

€621T0

06219

|

S§821TN

-

821V

€.210

89210

99210

19TV

€5CTD

vveIn

(47931

0€TTY
62210

91219

14545

a4
STYTID
iz44a )
€TV
(447451

(157450

VA4S

STPTD
45431

F

9071V

66ETY
86ETD

76€TD
€6ETY
TBETY
T6ETD

68ETD
88ETN

G8ETD

8LETD

9LETD

YEETD
€EETN

6TETY
8CTETV

GCETD

CTETD

LESTO
9€STO
SESTD

62STH

LTSTY

o %Zsin

[44°1a 4
12810

L1810

LOSTD

€0STN

00STN

96%TD

Giaad

981V
981V

14124
871D

6LVTV

8.¥1Nn

CTLYTO
TLYTV

E9V TV

l4444
15445
ovvIn
6EVTO

9EVTO

1255441

LTVTY

€V91D
cvoTv
791V

LEITY
9€9TH
SEITN

€E9TD
CEITY
TEITY
0E9TY

9C9TY

L

L1910

i

€T91D

LO9TV

S09TH

€091V

86STV

96510

L

76910
€6910

68STD
¥.S91D
€LSTY

CTLSTV

695TN
89STD

C9ST1D

LSSTD
9GST1D
SSSTD

97S1D
S7ST0

€PSTD

TSL1D

VLIV

4735

CvLIV
TPLI0

SELTD

EELTV

SCTLID

€TLID
zecLin

LTLTIY
CILIV
TTLTV
OTLIV
S0LTD

20.LTN

691D

L8910

L

1,910
9.91D
S.910

04919

89910

mwmﬂo
09919
6591V
8591V
LS9TV
9591V

v5910n

08810
6%81D

LV8TV

SY8TV

0¥8TV
B6EBTY
8€8TN

F

€810

+

9281D
§281TN

81810
€1810
¢181D
TI8TV
S08TD
7081V
€081
86.L1D

T6LT0
06410

L8L1D

¥8.L10
€8LIV

6LLTY
YLLTD
€LLTD

TLLID

69L1D
89.1D

99,10
S9L1D
¥9L1D
B6SLTV

9SL1D
SSLTV

9¥6TD
S¥6TD

0¥61D

8E6TD
LE6TN

LT6TY
9C6TD
S2C6TD

cT6TY
1261V

91610
S1610

0T6TY
6061V

S06TN
V06TV
€06T0

06810

L1819

v.810

8981
19819

€98T1D

79810

-

SG8TD

¢S8TY
TS81D

1802V

v.,02V

F

£€0020

96610

08670

8L6TY

F

cLeTn
TL6TD

6961V

€TT2D
(43541

0112

9072

20TZd
ToTey

960CV

7602

260D
T602D
06029
680CY

8EETD

ceeey

gzeen

vceed
€TETD

ozeen

LT€TD
9T€TH
ST1€TD
Y1ECD

60€TD

(404 4

0ogey

+

28een
18220

(ka4

29%TH

£5%2H

131443

€¥%20

1574741
9€even
seven
o744

14743

92D
Sevey
veven

ceven
114743
0Z¥TH
61v2n
81%ZH

9T¥2H

STveY
45441

8072y

y0¥CD
£0%20

S6ETY

¢8eTY
T18€CD

69€CY

O

R LDWIDE
PROTEIN DATA BANK

W



1VQ4

wwPDB X-ray Structure Validation Summary Report

Page 17

L¥S2d
9¥sen
s¥sen

¥

L

LESTD
9€52D

v€9CD

cesey
rTesen

12520

¥csed

Tesev

9152
§152D0

T1S82V
0152

L

80520

$S082D
v0SeY

20S82d

£6%2D

T6%2D
06veY
68%2D

€8¥CY
08%2D

6.7V
8.%2n

9.%2D

25741

b

cLyed
69vCY
89¥CV

Sovey

2592n

05920

v¥92d
€%92D
2¥92d

8€92D
Legey

v€92d

+
b

1,292
9292d

12920

71920

80920
L0920

2092
T092Y

8652Nn
Lesen

265CD
16520
06520

892N
9852Nn

81929

0482

99920

£9520

19520
|
€952V
¢s§sed
|

8¥52d

NJ“NU
65.20
85.2D

95.2n
§5.2D
meNw
05429
6¥v.2n

hdmwo
0€.L2D
62.L2D
8CLTD

vclen
€TLTD

TecLen
02,20

LT.L2D
9T.L2D
ST.L2D

[42X43)

orL2n

90.L2V
so0lzn

00429
6692V

7692V

06920

28920

9.92D

2L920
T.920
04929
6992n
89929
19929

04820
6982H

298TH
2G8cy
15982H
08820
9%820

{44143

Lg82n

¥e8ed

828TH

1,28tV

¥28ed

12820
0Z8TY

7182V

(4214
1182V
01829
60829

008V

96.20
S6.20
¥6.2D
€6.LTY

98.20
v8.LTV
£€8.2Y
28.TD
18.20
082D
mhmmu
0L.LZD
@® 69120
19,20
99,2V

€882V

882D
088CY
6.8CV
81820

e Molecule 2

9.82H

5S ribosomal RNA

4%

11%

34%

53%

F

Chain 9

880€D

F

9L0€D

0L0en
690€N

990€D

790€D

2T90€EV
T90€D

F

9G0€V
§50€N
vS0EY
€50€D

050€D
6%0€D
8%0€D
LYOEY

Z¥0€D

SE0€D
VE0EY

0€0€D
620€D
820€eNn

® Peoen
® €20en

T20€D
020€d

E€T0EV
T10€D
TT0EY

800€D

900€D

€00EY

®
@ Tooen

€60EY
260€D
T60€D

5-R(*CP*CP*(5AA)P*(20P)P*(PO2)P*(DA)P*C*C)-3")

e Molecule 3

12%

50%

38%

Chain 4

SL10

50S ribosomal protein L2P

e Molecule 4

2%

6%

40%

52%

Chain A

T.d

691

SoY

193

653

¥9d
€SV

TSy

6%d

LYH

E7A

6EV
8€I
® leA
°

SE€D

CEA

0zs
61d

A%

8y

9D

89Td

S9TL
7914

291D

8STA

1A

{419

0STd

1497
vvia

T71d
(258

SETA
TETIN

CETA

6211
8211

STIN
veTA
€2TD

T2V
0zTy

911D

€TTD
¢11d

0TTS
60T

901D
SOTA

00Td
661
864
L6V
961
S6d

€61
zeN

TLIN
0LTA

50S ribosomal protein L3P

e Molecule 5

O

R LDWIDE
PROTEIN DATA BANK

W



1VQ4

wwPDB X-ray Structure Validation Summary Report

Page 18

6%

44%

49%

LLd

S.4

Iq‘
~
H

cLL
TLA
0Ld

994
SOW
790

o] o
II)-CO
A ~

98a
SSN
7SA
€51
TSA
671
Tvd

6€b

96d

98V
S84
781

Z8A

6LW

v¥ed
€¥TN

0¥%ZH

8ECTN

20TA

8674

96TV

7614

Ll

TLIA

S9TY

€974

0€EN
62EX
8ced

TOEA

862X
L62A
9621

¥6CA

T620
06CA

88TH

08T/
6.TL

S.2H

L9231

§92T1

L

09CH

892D

SSTH

8¥cy

9ged

e Molecule 6

vees
€€ET

50S ribosomal protein L4E

2%

6%

41%

53%

Chain C

6.4

LLV

€L1

T7N

6£0

LEV

SEA

€eN

62

Te}
N
A

TZa

T

€ETH

wvey
€vCA
(4445

6ECY

LgTH

Secd

E€ETL

15514

12TH

S¢Td

€LTN

TL1d
0L1a

e Molecule 7

89TH
L91Q

508 ribosomal protein L5P

X

—

o~

.

.

X

&

<

5

N GV
=)
I

g

=

<

Fhu

094
® 6SD
8SA
® LS
954

w1
0¥%I

D
2]
[=]

LEV

SEY

121

SCH

€CA
{44\

L]
0zx

® 8II
L]

91d

4%
ETW
c1d
TTH
0Td

LY
0Ld
691

190

S99
794
€91
29a
T94

® GSEIA
® ¥ETT

508 ribosomal protein L6P

o0
)
—
=
O
5]
—
=
[

X
in

35%

58%

Chain E

O

R LDWIDE
PROTEIN DATA BANK

W



1VQ4

wwPDB X-ray Structure Validation Summary Report

Page 19

884

78l

T8
08M

8.4
LLL

e Molecule 9: 50S ribosomal protein LTAE

4%
Chain F: .

—
a

44%

52%

8.4

9.4

vLl4
€Ld
CTLA

3

€91
COH
TOH
09A
6SI
8594
PActc
98d

7SA
€5a
(4

0SA

8%A

SPV
v¥s

wa
0%I
6€S
8€N
LEL
9€L
TEN
TEX
8cVv
129
9zl
448
1za

e1d

H_ =
g 0
II:> -

[4N

e Molecule 10: ACIDIC RIBOSOMAL PROTEIN PO HOMOLOG

8111

STIA

1111

L07Q

@ €073
201D

001
66.L

L6y
96V

{45
T6A

681

Y

92%

| .
5%

Chain G:

pxas

vca
€21

ozA

9TH

€1d
(428

e Molecule 11: 50S RIBOSOMAL PROTEIN L10E

3%

Chain H: .

e o 6%

36%

54%

&

9sb

i)

Yvd
(4728
{474

8EN

9€%

TE€H
oeb
62V

Lo

ved
€21

61X
814

cid
T

61

€V

O

R LDWIDE
PROTEIN DATA BANK

W



1VQ4

wwPDB X-ray Structure Validation Summary Report

Page 20

TLIV
0LIN
691D

L91d

791a

2914

0918
6ST1d

€STV

TSTH

o2
)
I|..=‘

508 ribosomal protein L13P

e Molecule 12

2%

5%

28%

65%

Chain J

c1ia

607X
80Td
LOTN

€0TA

694

*

LETH
9€TS

508 ribosomal protein L14P

verd
€eTD
[439¢

SC1S

6TTL

e Molecule 13

L1170

—
5%

41%

55%

2%
B

Chain K

994
S94

[N
©
A

@
0
i

w ©
0 0
=0

LYV

Svd
Y91

YN
15728

6€D

TEA

CETA

8CTV
L2V

SeTY
1749

1214
0zTY
611D
81TV

911d
STTY

E€TTI

OTTX
60TT

LOTL

€01a
{40y
TOTN

660
86A

e Molecule 14

96A
sev

50S ribosomal protein L15P

13%

12%

36%

50%

Chain L

8y
T8A
08d

LLY

L3
194
99A
$S9d

19V

L

LSA
98

®
¥sd
€54
08D
e va

TvH
ovd

8€H
LEX

614

® O0STd
® 6%1d
® 8¥vid

® 9%1D

EVTL

15745
o¥TA

9ETY

veTa
EETA

TETH
® O€TH

praacy
9218
SCTd

1

1211

L1713

TITV

® SOTX
e ©01d

® <201d

® 00TV

L6A

50S Ribosomal Protein L15E

e Molecule 15

34%

64%

%
B

Chain M

II'\ IIII
()
=1

S6%

ey
TEM

Led
4]
610

v
€S

€6TY

S98Td
814

1874

6.1
8LTY

TL14
0LIN

L91D
99TV
S91D

€971

0974
6STA

LS87Q

EVIN

15428
(444
6€Td

9€Td

PeTI

0E€TH

508 ribosomal protein L18P

8CTM
L2131

[441i]

9TIN
STT1

L0TH
SOTV

[4oics

e Molecule 16

O

R LDWIDE
PROTEIN DATA BANK

W



1VQ4

43%

51%

wwPDB X-ray Structure Validation Summary Report

6%

Chain N: e

Page 21

08s
6.d
8LW
LLN

3

€LV

TLM

694
894
L9V

S9a

foeek

SvY

15721

8€Ta

CEIN

6211

1211

SCTY

€CTI

e Molecule 17: 508 ribosomal protein L18e

¥8TI

0871
6L11

9LT4
SLTT
vL1d
€L10a

TLTA

0473

31%

66%

%

Chain O: -

2

007D

z8S
184
08a

€.La

S9T
963

€50

TSR
0y

PA%:S

SP1
42\
E7A
(4

6EL
8¢y

~
]
Ia:

SEX

(4>

9CZM
SCTA

1zs

P11

<<..l~ |
= 4

28%

[
o s

64%

t

4%

e Molecule 18: 508 ribosomal protein L19E
Chain P:

© o oo ~
Iéa" I 2@'% <2 I

990

98D
S84
!

(4}

LYD

sva

TPy
0vA

8€d

-
™
-

otV
61

Pa's

® E¥IV

cvia

LETT

PeTA

T€T4

02Td

LIS

ST1S
P11

L0113
90Ty

€071
20Ty
T0TD

Ll

e Molecule 19: 508 ribosomal protein L21e

s6d

28%

68%

Chain Q:

.
%

Svd

o
=
=

~
o
]

N
]
=

e Molecule 20: 508 ribosomal protein L22P

&
&

N~ o =W ©
i [N
TaRAas &R

STH

o
—
(3]

~
=l

5%

35%

D E

R L DWI

O

erbDeBe

PROTEIN DATA BANK

W

57%

Chain R:



1VQ4

wwPDB X-ray Structure Validation Summary Report

Page 22

6714

L9TT
9YTI
SPTT
vvia

e Molecule 21: 50S ribosomal protein L23P

(4410
TVTA

8ETS
LETN

EETY

+

8zTd

¥

6TTA

LTTH

PIIA
E€TTH

1111

60TH

L0Td
901D

—
« 5%

29%

65%

9.d

1.0

99A

650
8SKW

+

€SN
2SA

67A

i

€vd
{47
A

e Molecule 22: 508 ribosomal protein L24P

6€d

LEA
9ed

€ES

TeY

62d

Ley

8%

40%

51%

Z8L

61TV
8118

90T

TOT1

L64

e Molecule 23: 508 ribosomal protein L24E

%

Chain U: =

2

20%

36%

44%

994

i

® TSl

084

Al

iz

6EN

2€0

o
o
I:I:I

e Molecule 24: 508 ribosomal protein L29P

8TL

sea

[44\

0ZH

81D
LTL

STd

<
—
=

€11

—
—
=

©O N~ 0 0
oAa>0

X

[oe]

.

%

n

<

R

<

<
N
m
o~

=

o=

o]

mmw

S9a
79D

42k

090

e Molecule 25: 50S ribosomal protein L30P

—
5%

49%

46%

Chain W:

€GTH
STV

0§71
6711

1

TvTH

LETD

T80

3

X
—
—
X
~
<
—
<

o)

—

™

2

=

.o r—

5)

-

S)

—

[

—

g

m o

o) >

b <

-

—

5

S

L0

o)

xQ %-

e n

= ..

o >

2 =

= 5
=

° @)

R LDWIDE

O

PROTEIN DATA BANK

W



1VQ4

wwPDB X-ray Structure Validation Summary Report

Page 23

o w 0 i
<~..|n IIm II‘D ..:ﬁ 8
B = < m <=e

LyV

¥va
EVA

Tvd

6EX

LET
9EH
Sed

Te1
OEH

scy

€CH

Ted

8Td

STY

3

TIL
oTA
61

881
18V

[4:x!

083

8.3
LLa
9.4

e Molecule 27: 50S ribosomal protein L32E

YLV

Y%

Chain Y: .

41%

18%

39%

€ETH
cena

8TT4

9¢1d

j74%]
€CTA

STTH

(495

3

L01d
90TL

101D

L

66V
860
L1671

€ETA

L1721

L

[414°)

802x1

202V
S02I
v0cy
€0CA

T02d

L61Q

261d

L8TA
98TY

781d

2814
181D

6.7d
8LTH

6974

S9Td

€9TL

8STA

SGTH

*

1STS

6710
8¥%1D

i4axt
EVIM

71l

YETH

e Molecule 28: 50S ribosomal protein L37Ae

6%

Chain Z: o

12%

6%

39%

43%

14

118
0Ty

e Molecule 29: 50S ribosomal protein L37e

35%

63%

Chain 1:

1

€94

SvH

evy

6ed

LED

SES

Tex
0}

e Molecule 30: 50S ribosomal protein L39%

8CH

14%

—
8%

40%

52%

Chain 2:

6vd
8%a
LyL

e Molecule 31: 50S ribosomal protein L44E

SPN
4L

evd

TvH

36%

61%

O

R LDWIDE
PROTEIN DATA BANK

W



1VQ4

wwPDB X-ray Structure Validation Summary Report

Page 24

zced
160
064
684

L84

e Molecule 32: 50S RIBOSOMAL PROTEIN L11P

57%

23%

19%
19%

Chain I:

® 9TId
STV

E€CIN

1211

8T1S
LTT1
9TT1
STTa
¥11d

CTTY

0T1d

® 9074
70Th

® <20TA

® 66a

® 964

O

R LDWIDE
PROTEIN DATA BANK

W



Page 25

wwPDB X-ray Structure Validation Summary Report

1VQ4

4 Data and refinement statistics (i)

Property Value Source
Space group CcC2221 Depositor
Cell constants 213.00A 301.03A 575.27A .
Depositor
a, b, c, a, B, 90.00° 90.00° 90.00°
. 50.00 — 2.70 Depositor
Resolution (4) 50.00 — 2.70 EDS
% Data completeness 99.8 (50.00-2.70) Depositor
(in resolution range) 95.2 (50.00-2.70) EDS
Rinerge (Not available) Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.80 (at 2.69A) Xtriage
Refinement program CNS Depositor
R R 0.190 , 0.230 Depositor
» Thfree 0.184 , (Not available) DCC
Rree test set No test flags present. wwPDB-VP
Wilson B-factor (A?) 53.6 Xtriage
Anisotropy 0.306 Xtriage
Bulk solvent ke (e/A3), B,y (A?) 0.31, 56.3 EDS
L-test for twinning? <I|L| > =047, < L?> =030 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.95 EDS
Total number of atoms 98999 wwPDB-VP
Average B, all atoms (A?) 58.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.58% 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: NA,
CL, 5AA, UR3, 20P, CD, MG, PO2, OMU, OMG, 1MA, K, 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 | pyigy 41 7) =5 | RMSZ #|Z| >5
1 0 0.38 | 0/65959 | 0.62 | 25/102870 (0.0%)
2 9 0.37 | 0/2905 | 0.62 4/4528 (0.1%)
3 4 0.35 0/102 0.79 0/149
4 A 0.41 0/1786 1.01 8/2408 (0.3%)
5 B 042 | 0/2690 | 1.01 | 13/3652 (0.4%)
6 C 0.46 | 0/1884 1.01 5/2551 (0.2%)
7 D 0.34 | 0/1111 0.86 7/1498 (0.5%)
8 E 0.39 | 0/1382 | 0.86 2/1880 (0.1%)
9 F 0.37 0/901 0.90 5/1224 (0.4%)
10 G 0.37 0/241 0.75 0/324
11 H 0.41 0/1287 | 0.97 7/1725 (0.4%)
12 J 0.44 | 0/1136 | 0.99 6,/1530 (0.4%)
13 K 0.45 | 0/1001 1.03 4/1347 (0.3%)
14 L 0.38 | 0/1130 | 0.93 6,/1509 (0.4%)
15 M 0.40 | 0/1584 | 0.92 3/2119 (0.1%)
16 N 0.37 | 0/1474 1.02 4/1999 (0.2%)
17 0] 0.41 0/874 0.87 2/1181 (0.2%)
18 P 0.40 0/1147 0.84 1/1528 (0.1%)
19 Q 0.44 0/749 1.09 4/1005 (0.4%)
20 R 0.47 | 0/1172 | 0.96 5/1578 (0.3%)
21 S 0.37 0/648 0.88 2/875 (0.2%)
22 T 0.37 0/958 0.94 5/1289 (0.4%)
23 U 0.42 0/417 0.93 1/562 (0.2%)
24 \Y% 0.35 0/502 0.91 2/675 (0.3%)
25 | W | 049 | 0/1219 | 1.01 471655 (0.2%)
26 X 0.45 0/664 0.94 2/895 (0.2%)
27 Y 0.44 | 0/1146 | 0.95 3/1536 (0.2%)
28 Z 0.41 0/589 0.93 0/787
29 1 0.41 0/438 0.92 1/578 (0.2%)
30 2 0.39 0/401 0.74 0/529
31 3 0.42 0/771 0.86 5/1024 (0.5%)
32 I 0.37 0/526 0.87 0/716
grbDe
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Bond lengths Bond angles
RMSZ | #|Z| >5 | RMSZ #|Z| >5
All All 0.39 | 0/98794 | 0.72 | 136/147726 (0.1%)

Mol | Chain

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 0 47
9 0 2
3 4 0 1
25 W 0 1
All All 0 o1

There are no bond length outliers.

The worst 5 of 136 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(?)
1 0 1563 | G | C2-C3-03" | 12.52 128.28 109.50
1 0 1979 G C2-C3-03" | 9.97 124.45 109.50
16 N 135 | VAL N-CA-C -9.06 104.31 113.10
1 0 1942 A C5-C4-C3" | 8.71 129.06 116.00
18 P 118 | GLN N-CA-C -8.70 101.27 112.23

There are no chirality outliers.

5 of 51 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 0 191 A Sidechain
1 0 221 G Sidechain
1 0 24 G Sidechain
1 0 417 G 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.


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

Page 28 wwPDB X-ray Structure Validation Summary Report 1VQ4
Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes

1 0 59021 0 29812 854 0
2 9 2600 0 1326 65 0
3 4 127 0 5 4 0
4 A 1753 0 1766 126 0
5 B 2625 0 2533 164 0
6 C 1859 0 1816 128 0
7 D 1094 0 1085 95 0
8 E 1357 0 1266 70 0
9 F 890 0 843 54 0
10 G 240 0 231 14 0
11 H 1266 0 1268 70 0
12 J 1120 0 1098 57 0
13 K 992 0 1031 65 0
14 L 1118 0 1076 55 0
15 M 1560 0 1568 70 0
16 N 1445 0 1401 106 0
17 O 865 0 873 39 0
18 P 1136 0 1123 45 0
19 Q 735 0 729 24 0
20 R 1149 0 1122 64 0
21 S 641 0 605 22 0
22 T 950 0 923 62 0
23 U 410 0 364 26 0
24 \Y 499 0 511 35 0
25 W 1196 0 1137 99 0
26 X 654 0 653 49 0
27 Y 1130 0 1133 58 0
28 Z 578 0 539 30 0
29 1 431 0 426 31 0
30 2 396 0 413 28 0
31 3 755 0 728 33 0
32 | 519 0 500 55 0
33 0 108 0 0 0 0
33 3 1 0 0 0 0
33 9 2 0 0 0 0
33 A 2 0 0 0 0
33 B 1 0 0 0 0
33 K 1 0 0 0 0
33 T 1 0 0 0 0
33 Y 1 0 0 0 0
34 0 3 0 0 0 0
35 0 72 0 0 0 0
35 9 2 0 0 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
38 L 81 0 0 11 0
38 M 115 0 0 4 0
38 N 61 0 0 10 0
38 O 45 0 0 6 0
38 P 63 0 0 3 0
38 Q 52 0 0 1 0
38 R 89 0 0 4 0
38 S 31 0 0 2 0
38 T 36 0 0 2 0
38 U 26 0 0 0 0
38 \Y 13 0 0 1 0
38 W 70 0 0 5 0
38 X 31 0 0 5 0
38 Y 93 0 0 7 0
38 Z 31 0 0 1 0
All All 98999 0 59974 2429 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 16.

The worst 5 of 2429 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)
2:9:3006:C:Hb5” 16:N:37:ARG:NH1 1.64 1.13
6:C:236: THR:HG22 6:C:239:ALA:H 1.11 1.13
11:H:46:GLN:HB3 | 11:H:167:PRO:HD?2 1.32 1.11
20:R:99:ALA:HB1 | 20:R:109:MET:HE1 1.31 1.09
2:9:3006:C:H5” 16:N:37:ARG:HH12 1.08 1.07

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
4 A 235/240 (98%) | 205 (87%) | 28 (12%) | 2 (1%) 147 35

5 B 335/338 (99%) | 303 (90%) | 27 (8%)

6 C 244/246 (99%) | 223 (91%) | 20 (8%)

7 D 134/177 (76%) 94 (70%) | 34 (25%)

8 E 170/178 (96%) 161 (95%) 7 (4%)

9 F 117/120 (98%) 101 (86%) | 13 (11%)

10 G 25/348 (7%) 24 (96%) 1 (4%)

11 H 156/171 (91%) 144 (92%) 7 (4%)

12 J 140/145 (97%) 128 (91%) | 10 (7%)

13 K 130/132 (98%) 116 (89%) | 12 (9%)

14 L 141/165 (86%) 118 (84%) | 23 (16%)

15 M 192/194 (99%) 178 (93%) | 13 (7%)

16 N 184/187 (98%) | 167 (91%) | 12 (6%) | 5 (3%) |
17 @) 113/116 (97%) 107 (95%) 6 (5%) 0 100 I
18 P 141/149 (95%) 131 (93%) 9 (6%) 1 (1%) 18 41
19 Q 93/96 (97%) 90 (97%) 3 (3%) 0 100 I 100
20 R 148/155 (96%) 133 (90%) | 14 (10%) | 1 (1%) 18 41
21 S 79/85 (93%) | 75 (95%) | 4 (5%) 0 100} [ 100
22 T 117/120 (98%) 108 (92%) 8 (7%) 1 (1%) 147 35
23 U 51/66 (77%) 47 (92%) 3 (6%) 1 (2%) 16
24 \Y% 63/71 (89%) 55 (87%) 7 (11%) 1 (2%) 20
25 W 152/154 (99%) 144 (95%) 6 (4%) 2 (1%)

26 X 80/92 (87%) 72 (90%) 7 (9%) 1 (1%)

27 Y 140/241 (58%) 134 (96%) 6 (4%) 0

28 Z 71/83 (86%) 57 (80%) 9 (13%) 5 (7%)

29 1 54/57 (95%) 53 (98%) 1 (2%) 0

30 2 42/50 (84%) 40 (95%) 2 (5%) 0

31 3 90/92 (98%) 85 (94%) 5 (6%) 0

32 I 68/162 (42%) 55 (81%) | 11 (16%) | 2 (3%)

All All | 3705/4430 (84%) | 3348 (90%) | 308 (8%) | 49 (1%)

5 of 49 Ramachandran outliers are listed below:

WWWWW
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Mol | Chain | Res | Type
7 D 27 ILE
7 D 137 PRO
7 D 173 GLU
9 F 101 ALA
11 H 140 VAL

5.3.2 Protein sidechains ()

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
4 A 179/182 (98%) 167 (93%) | 12 (7%) 151 36
D B 282/283 (100%) | 262 (93%) | 20 (7%) 137 33
6 C 193/193 (100%) | 179 (93%) | 14 (7%) 131 32
7 D 117/148 (79%) 113 (97%) 4 (3%) 32 62
8 E 152/156 (97%) 148 (97%) 4 (3%) 40 70
9 F 93/94 (99%) 92 (99%) 1 (1%) 65 |85/
10 G 27/283 (10%) 26 (96%) 1 (4%) 30 59
11 H 132/138 (96%) 125 (95%) 7 (5%) 20 46
12 J 118/121 (98%) 111 (94%) 7 (6%) 181 42
13 K 106/106 (100%) | 103 (97%) 3 (3%) 38 68
14 L 113/127 (89%) 110 (97%) 3 (3%) 39 69
15 M 158/158 (100%) | 153 (97%) 5 (3%) 34 64
16 N 149/150 (99%) 144 (97%) 5 (3%) 32 62
17 O 93/94 (99%) 89 (96%) 4 (4%) 26 o4
18 P 113/117 (97%) 108 (96%) 5 (4%) 25 53
19 Q 79/80 (99%) 76 (96%) 3 (4%) 29 58
20 R 117/122 (96%) 112 (96%) 5 (4%) 26 54
21 S 71/74 (96%) 70 (99%) 1 (1%) 59 |82
22 T 105/106 (99%) 99 (94%) 6 (6%) 181 43
23 U 44/52 (85%) 44 (100%) 0 100 | f 100

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
2% | Vv 51/57 (90%) | 51 (100%) 0 100 [ 100
95 | W | 130/130 (100%) | 123 (95%) | 7(5%) | |20 45
2% | X 66/74 (89%) 59 (80%) | 7 (11%) | [6]17
97 | Y | 120/196 (61%) | 114 (95%) | 6 (5%) | 22 48
28 7 60/68 (88%) 59 (98%) | 1(2%) | 53 |79
29 1 46/47 (98%) 100%) 0

30 2 42/46 (91%) 100%) 0 [100] [100]
31 3 79/79 (100%) 100%) 0 [100] [ 100
32 I 58/130 (45%) 100%) 0 |
All | Al | 3003/3611 (86%) | 2962 (96%) | 131 (4%)

5 of 131 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
25 W% 146 ILE
26 X 46 ASP
28 Z 13 ARG

7 D 136 ARG
7 D 133 ASN

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 107

such sidechains are listed below:

Mol | Chain | Res | Type
19 Q 16 ASN
22 T 11 GLN
30 2 41 HIS
20 R 22 GLN
20 R 117 HIS
5.3.3 RNA (O
Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 0 2745/2922 (93%) 243 (8%) 34 (1%)
2 9 121/122 (99%) 17 (14%) 1 (0%)
3 4 1/8 (12%) 0 0
All All 2867/3052 (93%) 260 (9%) 35 (1%)
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5 of 260 RNA backbone outliers are listed below:

Mol

Chain

Res

Type

31

60

67

69

—=| = = =] =

jen) Bew) Hew) Hew) Naw)

70

= | | O

5 of 35 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
1 0 2467 A
1 0 2536 C
1 0 2718 C
1 0 898 G
1 0 877 G
5.4

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

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

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 | . RMSZg #1Z| > 2 | Counts RMSZg #|Z] > 2
1 |OMG| 0 |2588| 1,3 |232627]| 0.32 0 32,3841 | 0.36 0
1 | UR3| o [2619] 1 [19,2223] 0.36 0 26,3235 | 0.69 | 1(3%)
1 [OMU| 0 [2587| 1 |192223] 0.29 0 25.31,34 | 0.38 0
3 | 5AA | 4 76 | 1,3 | 232627 0.44 0 203841 | 0.82 | 2 (6%)
1 | PSU | o0 [2621] 1 [182122] 1.64 | 2 (11%) | 21,30,33 | 1.38 | 3 (14%)
1 | IMA | o [628] 1 [21,2526] 074 | 1(4%) | 30,3740 | 0.86 | 2 (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.
’-> means no outliers of that kind were identified.
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
1 OMG 0 2588 | 1,3 1/9/27/28 | 0/3/3/3
1 UR3 0 2619 1 0/7/25/26 | 0/2/2/2
1 OMU 0 2587 1 0/9/27/28 | 0/2/2/2
3 5AA 4 76 1,3 0/11/29/30 | 0/3/3/3
1 PSU 0 2621 1 0/7/25/26 | 0/2/2/2
1 1MA 0 628 1 2/7/25/26 | 0/3/3/3
All (3) bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 0 2621 | PSU | C2-N1 | 5.34 1.43 1.36
1 0 2621 | PSU | C6-C5 | 3.43 1.39 1.35
1 0 628 | IMA | C6-N6 | 2.57 1.34 1.28
The worst 5 of 8 bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(®) | Ideal(?)
1 0 2621 | PSU | C6-C5-C4 | 3.40 120.47 118.17
1 0 2621 | PSU | C6-N1-C2 | -3.37 119.57 122.69
3 4 76 | 5AA | C2-N1-C6 | 2.95 119.04 111.83
1 0 628 | IMA | N1-C2-N3 | 2.88 129.42 126.00
1 0 2621 | PSU | 02-C2-N1 | 2.81 125.68 122.79
There are no chirality outliers.
All (3) torsion outliers are listed below:
Mol | Chain | Res | Type Atoms
1 0 628 | IMA C2’-C1-N9-C8
1 0 2588 | OMG | C3’-C2-02’-CM2
1 0 628 | IMA C2-C1-N9-C4

There are no ring outliers.

2 monomers are involved in 3 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
1 0 2619 | UR3 1 0
1 0 2587 | OMU 2 0

5.5 Carbohydrates (i)

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

Of 233 ligands modelled in this entry, 233 are monoatomic - leaving 0 for Mogul analysis.
There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

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 | 2749/2922 (94%) -0.45 4 (1%) 176 75 29, 51, 94, 161 0
2 9 122/122 (100%) -0.07 5(4%) 41 37 39, 62, 91, 152 0
3 4 5/8 (62%) -0.68 om 100 41, 43, 47, A7 0
4 A 237/240 (98%) 0.16 6 (2%) 58 55 33, 57, 95, 119 0
5 B 337/338 (99%) 0.15 4 (1%) 76 75 29, 57, 80, 94 0
6 C 246/246 (100%) 0.12 4 (1%) 70 68 27, 53, 75, 84 0
7 | D | 140/177 (79%) 1.40 35 (25% 58,101, 127, 137 | 0
8 E 172/178 (96%) 0.44 9 (5%) 33 29 47, 67, 87, 93 0
9 F 119/120 (99%) 0.79 5(4%) 40 37 | 60, 82, 104, 119 0
10 G 29/348 (8%) 0.94 3 (10%) (12| [10] | 65, 90, 102, 105 0
11 H 160/171 (93%) 0.21 5(3%) 51 48 41, 59, 90, 99 0
12 J 142/145 (97%) 0.08 3(2%) 63 61 37, 52, 72, 90 0
13 K 132/132 (100%) 0.25 3(2%) 61 58 34, 56, 77, 87 0
14 L 145/165 (87%) 0.69 21 (14%) El 30, 72, 118, 132 0
15 M 194/194 (100%) 0.02 1 (0%) 34, 50, 67, 74 0
16 N 186,187 (99%) 0.61 12 (6%) 25 1221 | 38,66, 115, 121 0
17 0 115/116 (99%) 0.31 2 (1%) 69 67 45, 61, 77, 85 0
18 P 143/149 (95%) 0.43 6 (4%) 40 37 45, 60, 77, 85 0
19 Q 95,96 (98%) -0.08 2 (2%) 63 61 40, 48, 60, 75 0
20 R 150/155 (96%) -0.19 om 100 37, 48, 68, 75 0
21 S 81/85 (95%) 0.27 2 (2%) 58 55 49, 67, 85, 94 0
22 T 119/120 (99%) 0.39 7 (5%) 28 25 46, 63, 91, 110 0
23 U 53/66 (80%) 0.18 1 (1%) 66 63 43, 57, 74, 84 0
24 \Y% 65/71 (91%) 1.30 16 (24%) | 2 63, 86, 117, 121 0
Continued on next page...
gPDEB
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Continued from previous page...

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) [ Q<0.9
25 W 154/154 (100%) -0.10 0 {100 | 39, 50, 67, 76 0
26 X 82/92 (89%) 0.28 5(6%) 27 24 45,59, 77, 94 0
27 Y 142/241 (58%) 0.05 3(2%) 63 61 30, 49, 71, 86 0
28 Z 73/83 (87%) 0.48 5 (6%) 23 20 44, 63, 77, 97 0
29 1 56/57 (98%) -0.48 0 { 100 | 100 33, 40, 46, 54 0
30 2 46/50 (92%) 0.79 7 (15%) | 41, 65, 97, 109 0
31 3 92/92 (100%) 0.18 2 (2%) 62 59 37, 59, 73, 84 0
32 | 1 70/162 (43%) 2.11 31 (44%) [o][0] |90, 121, 143, 145 [ 0
All | Al | 6651/7482 (88%) -0.00 239 (3%) 46 42 | 27,56, 102, 161 0

The worst 5 of 239 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
32 I 133 | THR 9.7
24 \Y 1 THR 7.1

7 D 10 | PHE 6.1
16 N 168 | LEU 5.4
24 A% 2 VAL 5.2

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. 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 | B-factors(A?) | Q<0.9
3 5AA 4 76 24/25 0.97 0.07 38,44,48,48 0
1 OMU 0 2587 | 21/22 0.98 0.06 35,37,39,42 0
1 OMG 0 2588 | 24/25 0.98 0.06 32,36,39,40 0
1 | UR3 0 | 2619 21/22 | 098 | 0.07 | 32,39,41,42 0
1 PSU 0 2621 | 20/21 0.98 0.05 30,33,37,38 0
1 1MA 0 628 | 23/24 0.98 0.05 29,32,34,36 0
6.3 Carbohydrates (i)
There are no oligosaccharides 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. 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 | B-factors(A?) | Q<0.9
35 NA 0 9184 1/1 0.49 0.23 96,96,96,96 0
35 NA 9 9151 1/1 0.57 0.20 87,87,87,87 0
35 NA R 9186 1/1 0.59 0.40 84,84,84 .84 0
35 NA 0 9182 1/1 0.69 0.25 84,84,84,84 0
35 NA 0 9129 1/1 0.71 0.14 65,65,65,65 0
35 NA S 9112 1/1 0.74 0.23 75,75,75,75 0
37 CD O 9205 1/1 0.76 0.33 | 200,200,200,200 0
35 NA 0 9177 1/1 0.78 0.36 73,73,73,73 0
35 NA 0 9166 1/1 0.82 0.23 68,68,68,68 0
35 NA 0 9170 1/1 0.82 0.69 97,97,97,97 0
35 NA 0 9124 1/1 0.82 0.36 67,67,67,67 0
33 MG 0 8082 1/1 0.84 0.17 65,65,65,65 0
33 MG 0 8046 1/1 0.84 0.10 54,54,54,54 0
33 MG 0 8024 1/1 0.85 0.27 83,83,83,83 0
35 NA 0 9126 1/1 0.85 0.12 44.,44.44 .44 0
33 MG 9 8095 1/1 0.86 0.22 75,75,75,75 0
33 MG 0 8094 1/1 0.86 0.20 86,86,86,86 0
35 NA 0 9157 1/1 0.86 0.15 69,69,69,69 0
35 NA 0 9169 1/1 0.87 0.34 79,79,79,79 0
35 NA 0 9185 1/1 0.87 0.32 54,54,54,54 0
35 NA 0 9168 1/1 0.87 0.17 56,56,56,56 0
35 NA 0 9150 1/1 0.88 0.14 48,48,48,48 0
33 | MG 0 [8002| 1/1 0.88 | 0.24 | 115115115115 | 0
35 NA 0 9171 1/1 0.89 0.27 64,64,64,64 0
33 MG 0 8090 1/1 0.89 0.19 69,69,69,69 0
36 CL 0 9315 1/1 0.89 0.17 84,84,84,84 0
33 MG 0 8111 1/1 0.89 0.16 77,0707 0
33 MG 0 8047 1/1 0.90 0.24 78,78,78,78 0
35 | NA 0 |9165| 1/1 | 090 | 0.5 | 42,42,4242 0
33 MG 0 8049 1/1 0.90 0.18 80,80,80,80 0
35 NA 0 9152 1/1 0.90 0.29 65,65,69,65 0
35 NA 0 9163 1/1 0.91 0.22 63,63,63,63 0
33 MG 0 8041 1/1 0.91 0.09 72,72,72,72 0
35 NA 0 9102 1/1 0.91 0.09 44.44.44 44 0
36 CL A 9309 1/1 0.91 0.18 70T 0
35 | NA 0 [9lil]| 1/1 | 091 | 012 | 59,59,59,59 0
35 NA 0 9133 1/1 0.92 0.13 32,32,32,32 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
33 MG 0 8087 1/1 0.92 0.12 54,54,54,54 0
33 MG 0 8098 1/1 0.92 0.17 40,40,40,40 0
33 MG 0 8093 1/1 0.92 0.07 52,52,52,52 0
35 NA C 9104 1/1 0.92 0.07 41,41,41,41 0
35 NA 0 9167 1/1 0.93 0.08 47.47,47.47 0
35 NA 0 9107 1/1 0.93 0.07 50,50,50,50 0
35 NA 0 9113 1/1 0.93 0.07 66,66,66,66 0
35 NA 0 9158 1/1 0.93 0.23 84,84,84,84 0
35 NA 0 9162 1/1 0.93 0.18 72,72,72,72 0
35 NA 0 9114 1/1 0.93 0.14 51,51,51,51 0
36 CL 0 9322 1/1 0.93 0.38 92,92,92,92 0
35 NA 0 9140 1/1 0.93 0.07 45,45,45,45 0
35 NA 0 9110 1/1 0.93 0.08 38,38,38,38 0
35 NA 0 9135 1/1 0.94 0.12 50,50,50,50 0
34 K 0 9001 1/1 0.94 0.33 74,74,74,74 0
35 NA 0 9173 1/1 0.94 0.06 58,58,58,58 0
35 NA 0 9175 1/1 0.94 0.23 56,56,56,56 0
33 MG 0 8089 1/1 0.94 0.07 60,60,60,60 0
33 MG 0 8050 1/1 0.94 0.05 61,61,61,61 0
35 NA 0 9108 1/1 0.94 0.10 61,61,61,61 0
33 MG 0 8099 1/1 0.94 0.09 63,63,63,63 0
35 NA 0 9161 1/1 0.94 0.14 56,56,56,56 0
35 NA 9 9183 1/1 0.94 0.07 49,49,49.,49 0
33 MG 0 8101 1/1 0.94 0.17 74,74,74,74 0
33 MG 0 8102 1/1 0.94 0.07 67,67,67,67 0
33 MG 0 8104 1/1 0.94 0.11 73,73,73,73 0
33 MG 0 8106 1/1 0.94 0.06 63,63,63,63 0
33 MG 0 8085 1/1 0.94 0.14 74,74,74,74 0
33 MG 0 8057 1/1 0.94 0.06 45,45,45,45 0
33 MG T 8073 1/1 0.94 0.06 66,66,66,66 0
35 NA 0 9155 1/1 0.95 0.20 78,78,78,78 0
33 MG 0 8072 1/1 0.95 0.11 55,55,55,55 0
35 NA 0 9101 1/1 0.95 0.10 47.47,47.47 0
35 NA 0 9160 1/1 0.95 0.15 49,49,49,49 0
35 NA 0 9125 1/1 0.95 0.13 69,69,69,69 0
33 MG 0 8097 1/1 0.95 0.06 40,40,40,40 0
35 NA L 9180 1/1 0.95 0.16 72,72,72,72 0
33 MG 0 8108 1/1 0.95 0.16 75,75,75,75 0
35 NA 0 9174 1/1 0.95 0.23 64,64,64,64 0
36 CL 0 9305 1/1 0.95 0.10 71,71,71,71 0
35 NA 0 9164 1/1 0.95 0.10 59,55,55,55 0
35 NA 0 9176 1/1 0.95 0.13 42,42.42 42 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
35 NA 0 9154 1/1 0.95 0.15 38,38,38,38 0
36 CL 3 9304 1/1 0.95 0.08 70,70,70,70 0
35 NA 0 9179 1/1 0.95 0.10 57,57,57,57 0
33 MG 0 8042 1/1 0.96 0.06 39,39,39,39 0
33 MG 0 8051 1/1 0.96 0.05 61,61,61,61 0
35 NA 0 9156 1/1 0.96 0.12 51,51,51,51 0
35 NA 0 9115 1/1 0.96 0.06 39,39,39,39 0
35 NA 0 9118 1/1 0.96 0.07 A47.47,47.47 0
35 NA 0 9159 1/1 0.96 0.12 56,56,56,56 0
35 NA 0 9121 1/1 0.96 0.14 58,58,58,58 0
33 MG 0 8043 1/1 0.96 0.06 53,53,53,53 0
34 K 0 9003 1/1 0.96 0.17 66,66,66,66 0
33 MG 0 8063 1/1 0.96 0.08 84,84,84,84 0
35 NA 0 9127 1/1 0.96 0.05 35,35,35,35 0
33 MG 0 8064 1/1 0.96 0.04 33,33,33,33 0
35 NA M 9147 1/1 0.96 0.07 33,33,33,33 0
35 NA Q 9148 1/1 0.96 0.15 43,43,43,43 0
35 NA R 9137 1/1 0.96 0.08 50,50,50,50 0
35 NA 0 9106 1/1 0.96 0.38 51,51,51,51 0
35 NA 0 9134 1/1 0.96 0.14 37,37,37,37 0
33 MG 0 8048 1/1 0.96 0.08 62,62,62,62 0
33 MG 0 8081 1/1 0.96 0.08 54,54,54,54 0
36 CL 0 9320 1/1 0.96 0.08 48,48,48,48 0
35 NA 0 9144 1/1 0.96 0.05 27,27,27,27 0
33 MG 0 8044 1/1 0.96 0.11 49,49,49,49 0
36 CL J 9302 1/1 0.96 0.07 61,61,61,61 0
36 CL L 9310 1/1 0.96 0.08 61,61,61,61 0
35 NA 0 9172 1/1 0.96 0.11 61,61,61,61 0
33 MG 0 8112 1/1 0.96 0.08 47474747 0
33 MG 0 8117 1/1 0.97 0.06 40,40,40,40 0
35 NA 0 9131 1/1 0.97 0.06 36,36,36,36 0
35 NA 0 9132 1/1 0.97 0.07 35,35,35,35 0
35 NA 0 9103 1/1 0.97 0.07 39,39,39,39 0
35 NA 0 9116 1/1 0.97 0.06 36,36,36,36 0
35 NA A 9145 1/1 0.97 0.05 45,45,45,45 0
35 NA 0 9117 1/1 0.97 0.07 46,46,46,46 0
35 NA H 9109 1/1 0.97 0.08 36,36,36,36 0
35 NA H 9122 1/1 0.97 0.10 59,59,59,59 0
35 NA 0 9136 1/1 0.97 0.10 56,56,56,56 0
33 MG 0 8088 1/1 0.97 0.05 36,36,36,36 0
35 NA 0 9141 1/1 0.97 0.06 A47.47,47.47 0
35 NA 0 9142 1/1 0.97 0.13 53,53,53,53 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
35 NA R 9138 1/1 0.97 0.05 61,61,61,61 0
35 NA 0 9119 1/1 0.97 0.06 36,36,36,36 0
35 NA 0 9149 1/1 0.97 0.06 42,42,42 42 0
35 NA 0 9120 1/1 0.97 0.06 43,43,43,43 0
36 CL 0 9313 1/1 0.97 0.10 61,61,61,61 0
33 MG K 8069 1/1 0.97 0.05 49,49,49,49 0
35 NA 0 9153 1/1 0.97 0.04 25,25,25,25 0
35 NA 0 9123 1/1 0.97 0.07 43,43,43,43 0
33 MG 0 8075 1/1 0.97 0.05 43,43,43,43 0
36 CL J 9301 1/1 0.97 0.11 73,73,73,73 0
33 MG 0 8103 1/1 0.97 0.10 81,81,81,81 0
33 MG 0 8076 1/1 0.97 0.04 70,70,70,70 0
36 CL N 9307 1/1 0.97 0.07 66,66,66,66 0
33 MG 0 8114 1/1 0.97 0.09 56,56,56,56 0
35 NA 0 9181 1/1 0.97 0.10 48,48,48,48 0
37 CD 3 9204 1/1 0.97 0.05 66,66,66,66 0
33 MG 0 8096 1/1 0.98 0.08 51,51,51,51 0
33 MG 0 8116 1/1 0.98 0.08 A47.47,47.47 0
33 MG 0 8060 1/1 0.98 0.13 49,49,49,49 0
33 MG 0 8062 1/1 0.98 0.06 57,57,57,57 0
33 MG A 8065 1/1 0.98 0.09 52,52,52,52 0
33 MG 0 8083 1/1 0.98 0.04 42,42.42 42 0
35 NA 0 9143 1/1 0.98 0.06 36,36,36,36 0
33 MG 0 8100 1/1 0.98 0.07 82,82,82,82 0
33 MG Y 8109 1/1 0.98 0.05 39,39,39,39 0
33 MG 3 8078 1/1 0.98 0.03 55,55,55,55 0
33 MG 0 8014 1/1 0.98 0.04 41,41,41,41 0
33 MG 0 8045 1/1 0.98 0.08 62,62,62,62 0
36 CL 0 9314 1/1 0.98 0.05 53,53,53,53 0
33 MG 0 8067 1/1 0.98 0.07 46,46,46,46 0
36 CL 0 9316 1/1 0.98 0.14 61,61,61,61 0
36 CL 0 9317 1/1 0.98 0.07 64,64,64,64 0
33 MG 0 8071 1/1 0.98 0.07 72,72,72,72 0
35 NA 0 9178 1/1 0.98 0.07 57,57,57,57 0
33 MG 0 8053 1/1 0.98 0.09 58,58,58,58 0
36 CL B 9319 1/1 0.98 0.09 60,60,60,60 0
35 NA 0 9105 1/1 0.98 0.03 39,39,39,39 0
35 NA 0 9128 1/1 0.98 0.05 35,35,35,35 0
36 CL K 9312 1/1 0.98 0.06 55,55,55,55 0
33 MG 0 8054 1/1 0.98 0.04 39,39,39,39 0
36 CL M 9318 1/1 0.98 0.04 50,50,50,50 0
35 NA 0 9130 1/1 0.98 0.08 44,44,44 44 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
36 CL @) 9308 1/1 0.98 0.13 81,81,81,81 0
36 CL R 9306 1/1 0.98 0.06 48,48,48,48 0
33 MG 0 8023 1/1 0.98 0.09 48,48,48,48 0
33 MG 0 8080 1/1 0.98 0.08 46,46,46,46 0
33 MG 0 8113 1/1 0.98 0.04 45,45,45,45 0
35 NA J 9146 1/1 0.99 0.02 35,35,35,35 0
33 MG 0 8020 1/1 0.99 0.03 24,24.24,24 0
33 MG 0 8012 1/1 0.99 0.04 32,32,32,32 0
33 MG 0 8068 1/1 0.99 0.02 59,59,59,59 0
34 K 0 9002 1/1 0.99 0.13 54,54,54,54 0
33 MG 0 8070 1/1 0.99 0.04 45,45,45,45 0
33 MG 0 8003 1/1 0.99 0.03 40,40,40,40 0
33 MG 0 8027 1/1 0.99 0.05 59,55,55,55 0
36 CL 0 9303 1/1 0.99 0.07 64,64,64,64 0
33 MG 0 8028 1/1 0.99 0.03 44,44,44 44 0
36 CL 0 9311 1/1 0.99 0.04 52,52,52,52 0
33 MG 0 8030 1/1 0.99 0.05 26,26,26,26 0
33 MG 0 8032 1/1 0.99 0.08 35,35,35,35 0
35 NA 0 9139 1/1 0.99 0.07 22,22,22.22 0
33 MG 0 8034 1/1 0.99 0.03 32,32,32,32 0
33 MG 0 8037 1/1 0.99 0.03 44,44,44,44 0
33 MG 0 8039 1/1 0.99 0.05 51,51,51,51 0
33 MG 0 8110 1/1 0.99 0.06 40,40,40,40 0
33 MG 0 8084 1/1 0.99 0.03 51,51,51,51 0
33 MG 0 8040 1/1 0.99 0.07 52,52,52,52 0
33 MG 0 8086 1/1 0.99 0.03 47474747 0
33 MG 0 8058 1/1 0.99 0.03 57,57,57,57 0
36 CL J 9321 1/1 0.99 0.04 54,54,54,54 0
33 MG 0 8059 1/1 0.99 0.05 44,44,44,44 0
33 MG 0 8016 1/1 0.99 0.07 44,4444 44 0
33 MG 9 8052 1/1 0.99 0.04 47474747 0
33 MG 0 8061 1/1 0.99 0.02 45,45,45,45 0
33 MG 0 8091 1/1 0.99 0.04 57,57,57,57 0
33 MG A 8066 1/1 0.99 0.03 66,66,66,66 0
33 MG B 8055 1/1 0.99 0.06 52,52,52,52 0
33 MG 0 8017 1/1 0.99 0.06 33,33,33,33 0
33 MG 0 8019 1/1 0.99 0.04 38,38,38,38 0
33 MG 0 8056 1/1 1.00 0.02 51,51,51,51 0
33 MG 0 8031 1/1 1.00 0.02 37,37,37,37 0
33 MG 0 8013 1/1 1.00 0.03 41,41,41,41 0
33 MG 0 8033 1/1 1.00 0.03 32,32,32,32 0
33 MG 0 8001 1/1 1.00 0.02 38,38,38,38 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
33 MG 0 8035 1/1 1.00 0.04 51,51,51,51 0
33 MG 0 8036 1/1 1.00 0.01 35,35,35,35 0
33 MG 0 8015 1/1 1.00 0.03 31,31,31,31 0
33 MG 0 8038 1/1 1.00 0.02 26,26,26,26 0
33 MG 0 8004 1/1 1.00 0.03 27,27,27,27 0
33 MG 0 8005 1/1 1.00 0.04 37,37,37,37 0
33 MG 0 8018 1/1 1.00 0.05 47.47,47,47 0
33 MG 0 8006 1/1 1.00 0.02 33,33,33,33 0
33 MG 0 8007 1/1 1.00 0.02 24,24,24.24 0
33 MG 0 8074 1/1 1.00 0.04 40,40,40,40 0
33 MG 0 8021 1/1 1.00 0.04 30,30,30,30 0
33 MG 0 8022 1/1 1.00 0.02 35,35,35,35 0
33 MG 0 8107 1/1 1.00 0.04 38,38,38,38 0
33 MG 0 8077 1/1 1.00 0.02 35,35,35,35 0
33 MG 0 8079 1/1 1.00 0.04 38,38,38,38 0
33 MG 0 8008 1/1 1.00 0.03 37,37,37,37 0
33 MG 0 8009 1/1 1.00 0.02 35,35,35,35 0
33 MG 0 8025 1/1 1.00 0.03 35,35,35,35 0
33 MG 0 8026 1/1 1.00 0.04 31,31,31,31 0
33 MG 0 8115 1/1 1.00 0.04 49,49,49,49 0
33 MG 0 8010 1/1 1.00 0.01 29,29,29,29 0
33 MG 0 8011 1/1 1.00 0.07 23,23,23,23 0
33 MG 0 8118 1/1 1.00 0.02 40,40,40,40 0
33 MG 0 8029 1/1 1.00 0.02 36,36,36,36 0
37 CD U 9201 1/1 1.00 0.01 69,69,69,69 0
37 CD Z 9203 1/1 1.00 0.02 68,68,68,68 0
37 CD 1 9202 1/1 1.00 0.06 68,68,68,68 0
33 MG 0 8002 1/1 1.00 0.04 39,39,39,39 0

6.5 Other polymers (i)

There are no such residues in this entry.
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