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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 (i) symbol.

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

MolProbity : 4.02b-467
Mogul : 1.7.2 (RC1), CSD as538be (2017)

Xtriage (Phenix) : 1.9-1692
EDS : trunk28620
Percentile statistics : 20161228.v01 (using entries in the PDB archive December 28th 2016)

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) :  trunk28620
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.00 A.

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

Metric Percentile Ranks Value
Clashscore - 20
Ramachandran outliers W 2.0%
Sidechain outliers NN D 5.2%
RSRZ outliers I D 1.3%
RNA backbone I 2 0.65
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))
Clashscore 112137 2037 (3.00-3.00)
Ramachandran outliers 110173 1973 (3.00-3.00)
Sidechain outliers 110143 1976 (3.00-3.00)
RSRZ outliers 101464 1716 (3.00-3.00)
RNA backbone 2435 1007 (3.34-2.66)

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

Mol | Chain | Length Quality of chain
1 0 2922 e 47% 41% 6% 6%
2 9 122 = 38% 49% 12%
3 4 3 33% 33% 33%
4 A 239 : 54% 1% 5% -
5 B 337 £ 53% 42% 6%
6 C 246 55% 39% 5%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

5%

7 176 24% 47% 7% 20%
%

8 E 177 n 60% 35% P
%

9 F 119 45% 53% -

10 G 348 sw 92%
%

11 H 167 : 37% 48% % 7%

12 I 145 55% 37% 6%

13 J 132 60% 37% v
%

14 K 164 51% 35% 12%

15 L 194 43% 529 “5%
3%

16 M 186 | = = = e
%

17 N 115 69% 30% N

18 O 148 59% 36% e
%

19 P 95 . 59% 39% N

20 Q 154 60% 36% Y
%

21 R 84 60% 37% -
3%

22 S 119 - 50% 45% -

23 T 66 38% 39% 20%

7%

24 U 70 49% 40% 7%

25 Vv 154 43% 520 5%
%

26 W 91 46% 37% %  10%

27 X 240 39% 18% 41%

28 Y 73 38% 520 10%

29 Z 56 64% 36%
%

30 1 48 - 56% 38% P
%

31 p 92 | — 556 —
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The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-
ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
33 MG 0 8006 - - - X
33 MG 0 8020 - - - X
33 MG 0 8038 - - - X
33 MG 0 8044 - - - X
33 MG 0 8049 - - - X
33 MG 0 8053 - - - X
33 MG 0 8054 - - - X
33 MG 0 8064 - - - X
33 MG 0 8108 - - - X
34 K 0 8202 - - - X
35 NA 0 8303 - - - X
35 NA 0 8308 - - - X
35 NA 0 8310 - - - X
35 NA 0 8320 - - - X
35 NA 0 8321 - - - X
35 NA 0 8323 - - - X
35 NA 0 8324 - - - X
35 NA 0 8325 - - - X
35 NA 0 8326 - - - X
35 NA 0 8332 - - - X
35 NA 0 8333 - - - X
35 NA 0 8335 - - - X
35 NA 0 8350 - - - X
35 NA 0 8356 - - - X
35 NA 0 8361 - - - X
35 NA 0 8362 - - - X
35 NA 0 8364 - - - X
35 NA 0 8365 - - - X
35 NA 0 8366 - - - X
35 NA 0 8367 - - - X
35 NA 0 8368 - - - X
35 NA 0 8371 - - - X
35 NA 0 8372 - - - X
35 NA 0 8373 - - - X
35 NA 0 8376 - - - X
35 NA 0 8377 - - - X
35 NA 0 8378 - - - X
35 NA 0 8379 - - - X
35 NA 9 8383 - - - X
35 NA K 8380 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
35 NA Q 8386 - - - X
36 CL 0 8505 - - - X
36 CL 2 8504 - - - X
36 CL B 8519 - - - X
36 CL I 8521 - - - X
36 CL J 8512 - - - X
37 CD 2 8404 - - X -
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2 Entry composition (i)

There are 38 unique types of molecules in this entry. The entry contains 98635 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 2754 59017 26346 10878 19048 2745 0 0 0
There is a discrepancy between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment | Reference
0 560 C U CONFLICT | 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 9 122 2600 1160 472 847 121 0 0 0
e Molecule 3 is a RNA chain called 5-R(*CP*CP*A)-3".
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
3 4 3 59 28 11 18 2 0 0 0
e Molecule 4 is a protein called RIBOSOMAL PROTEIN L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 A 237 1754 1072 352 325 5 0 0 0
e Molecule 5 is a protein called RIBOSOMAL PROTEIN L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g B 337 2625 1616 493 511 5 0 0 0
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There is a discrepancy between the modelled and reference sequences:

Chain

Residue

Modelled

Actual

Comment

Reference

B

310

ARG

PRO

CONFLICT

UNP P20279

e Molecule 6 is a protein called RIBOSOMAL PROTEIN L4.

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 RIBOSOMAL PROTEIN L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 D 140 1094 685 195 210 4 0 0 0
e Molecule 8 is a protein called RIBOSOMAL PROTEIN L6.
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 RIBOSOMAL PROTEIN L7AE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) F 119 886 552 141 192 1 0 0 0
e Molecule 10 is a protein called RIBOSOMAL PROTEIN L10.
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 RIBOSOMAL PROTEIN L10E.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 H 156 1216 766 233 213 4 0 0 0

e Molecule 12 is a protein called RIBOSOMAL PROTEIN L13.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 I 142 1120 696 199 222 3 0 0 0
e Molecule 13 is a protein called RIBOSOMAL PROTEIN L14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 J 132 994 609 189 192 4 0 0 0
e Molecule 14 is a protein called RIBOSOMAL PROTEIN L15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
14 K 145 1118 670 222 226 0 0

e Molecule 15 is a protein called RIBOSOMAL PROTEIN L15E.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 L 194 1606 988 346 267 5 0 0 0
e Molecule 16 is a protein called RIBOSOMAL PROTEIN L18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 M 186 1445 895 262 286 2 0 0 0
e Molecule 17 is a protein called RIBOSOMAL PROTEIN L18E.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
17 N 15 865 529 161 175 0 0 0

e Molecule 18 is a protein called RIBOSOMAL PROTEIN L19E.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
18 O 143 1133 680 230 223 0 0 0

There is a discrepancy between the modelled and reference sequences:
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Chain | Residue | Modelled | Actual | Comment Reference
O 71 LYS TYR | CONFLICT | UNP P14119
e Molecule 19 is a protein called RIBOSOMAL PROTEIN L21E.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
9 P 95 735 450 141 144 0 0 0
e Molecule 20 is a protein called RIBOSOMAL PROTEIN L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 Q 150 1149 713 209 223 4 0 0 0
e Molecule 21 is a protein called RIBOSOMAL PROTEIN L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 R 81 641 389 111 138 3 0 0 0
e Molecule 22 is a protein called RIBOSOMAL PROTEIN L24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
22 S 119 950 568 180 202 0 0 0
e Molecule 23 is a protein called RIBOSOMAL PROTEIN L24E.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
23 T 53 410 244 75 86 5 0 0 0
e Molecule 24 is a protein called RIBOSOMAL PROTEIN L29.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 1 U 05 499 304 94 100 1 0 0 0

e Molecule 25 is a protein called RIBOSOMAL PROTEIN L30.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25 v 154 1196 737 209 244 6 0 0 0
e Molecule 26 is a protein called RIBOSOMAL PROTEIN L31E.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2L . 82 654 402 129 122 1 0 0 0
e Molecule 27 is a protein called RIBOSOMAL PROTEIN L32E.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
20 X 142 1130 686 228 216 0 0 0
e Molecule 28 is a protein called RIBOSOMAL PROTEIN L37AE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 1Y 73 564 350 111 87 7 0 0 0
e Molecule 29 is a protein called RIBOSOMAL PROTEIN L37E.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 Z 56 431 258 &6 83 4 0 0 0
e Molecule 30 is a protein called RIBOSOMAL PROTEIN L39E.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 1 46 394 238 8 69 1 0 0 0

There is a discrepancy between the modelled and reference sequences:

Chain

Residue

Modelled

Actual

Comment

Reference

1

?

ARG

DELETION

UNP P22452

e Molecule 31 is a protein called RIBOSOMAL PROTEIN L44E.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 2 92 755 458 153 137 7 0 0 0

o Molecule 32 is (3Z)-N-[(4E)-5-(4-{(5S)-5-[(ACETYLAMINO)METHYL]-2-OXO-1,3-OXA
ZOLIDIN-3-YL}-2-FLUOROPHENYL)PENT-4-EN-1-YL]-3-(4-METHYL-2,6-DIOXO-1
,6-DIHYDROPYRIMIDIN-5(2H)-YLIDENE)PROPANAMIDE (three-letter code: SLD)
(formula: CysHaogFN50g).

SLD

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C F N O
32 0 I 37 25 1 5 6 0 0

e Molecule 33 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

33 0 107 107 107 0 0

33 J 1 Total Mg 0 0
1 1

33 B 1 Total - Mg 0 0
1 1
Total Mg

33 A 2 5 9 0 0

33 | 4 | Total Mg 0 0
1 1

33 | X | Toltal hﬁg 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
33 9 1 Total Mg 0 0
1 1
Total Mg
33 9 2 9 9 0 0
33 | S | Toltal N{g 0 0

e Molecule 34 is POTASSIUM ION (three-letter code: K) (formula: K).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total K
34 0 2 5 5 0 0

e Molecule 35 is SODIUM ION (three-letter code: NA) (formula: Na).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Na
35 0 73 73 73 0 0
35 p 1 Total Na 0 0
1 1
Total Na
35 Q 2 5 9 0 0
35 K 1 Total Na 0 0
1 1
Total Na
35 H 2 5 9 0 0
35 I 1 Total Na 0 0
1 1
35 C 1 Total Na 0 0
1 1
35 A 1 Total Na 0 0
1 1
35 R 1 Total Na 0 0
1 1
Total Na
35 9 2 5 9 0 0
35 L 1 Toltal 1\16‘ 0 0

e Molecule 36 is CHLORIDE ION (three-letter code: CL) (formula: CI).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Cl

36 0 8 3 3 0 0

36 P 1 Total Cl 0 0
1 1

36 J 1 Total Cl 0 0
1 1

36 Q 1 Total Cl 0 0
1 1

36 K 1 Total Cl 0 0
1 1

36 B 1 Total Cl 0 0
1 1

Total Cl

36 I 3 3 3 0 0

36 A 1 Total Cl 0 0
1 1

36 N 1 Total Cl 0 0
1 1

36 X 1 Total Cl 0 0
1 1

36 9 1 Total Cl 0 0
1 1

36 L 1 Total Cl 0 0
1 1

36 M 1 Toltal ? 0 0

e Molecule 37 is CADMIUM ION (three-letter code: CD) (formula: Cd).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
37 7 1 Total Cd 0 0
1 1
37 v 1 Total Cd 0 0
1 1
37 T 1 Total Cd 0 0
1 1
37 9 1 Total Cd 0 0
1 1
37 | N | Toltal Cld 0 0

e Molecule 38 is water.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
38 0 5806 Eggaél 5;?)6 0 0
38 |9 147 Tloi;‘l 127 0 0
28 4 1 Total O 0 0
11
3| A 136 Tl";gl 1(3)6 0 0
38 | B 160 nggl 1(6)0 0 0
R | C 180 Tl";(‘;‘l 120 0 0
3 | D 49 ngal g 0 0
R | E 47 thfl E 0 0
38 | F 26 ngal 2% 0 0
38 G 21 T;"f‘l g 0 0
38 H 82 Tgt;l 8% 0 0
38 I 61 Tgtlal (?1 0 0
38 J 63 ngal 6% 0 0
38 K 85 Tgt;‘l 8% 0 0
38 L 130 110;31 1(50 0 0
38 M 69 ngal 6% 0 0
3R | N 45 ngal f5 0 0
38 0 70 T;’Bal % 0 0
38 P 56 ngal 5% 0 0
38 Q 92 Tgt;‘l 9% 0 0
38 R 40 ngal A% 0 0
38 S 37 Tgt;ﬂ ?7 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
38 | T 27 T‘;;al ;)7 0
38 | U 13 Tc1>gal g 0
R |V 74 T‘;'fl 7(21 0
3| W 29 ngal 2% 0
R | X 105 Tloot;l 185 0
38 Y 41 TZT‘I fl 0
38 | 7 57 Tgt;ﬂ ?7 0
38 1 45 ngal f5 0
38 2 76 T(;gal ;)6 0
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6%

6%

41%

47%
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Residues are color-coded according to the number of geometric quality criteria for which they
%

contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot
above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more

consecutive residues without any outlier are shown as a green connector. Residues present in the

sample, but not in the model, are shown in grey.
e Molecule 1: 23S RIBOSOMAL RNA

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry and electron density.

3 Residue-property plots (i)

Page 16
Chain 0:

€LD

0LY

999
990
%90

290
199

98D

S8YV

v.L90
€LYV

0Lvn
697D

L9%D
99%V

[4cid
T9%0

95¥D
SSPV

Ll

€SPV

0S%0
Giaa s
8%¥D
LYoy
9%¥D
Sy
44

(4444
15444
0¥¥0

€EVO
CEVD
TEVD

1290
9Tvd
1471}
¥Zvd
E€ThY

Te%0
(471
(35414
8T%D
L1%D
9T¥%D
STPV

80%V
L0%Y

T0%D
00%0
66€0

8650
L6SY
9650

9890
G890
v8sn
€890
2830

1

1980
998V
S99V

0950

8550

0550
14

i

i44pl
€790

%380
0%SY

LESD

SESD

0L.LD

S9.D
%9.L0

6SG.LD
8G.LY
LSLD

0G.LY

8.0

LY
Sv.LD
YLD

15259
0%.LD

LELY

@ 9ELY

veLn
€ELN
CELD
TELN
0€LD

STLD
%TLD

cTLd

8T.LD

9TLD

TTLD

60.LD
80LY
L0LD

%0LD
€0.LD
0L

+

L1699
9690
S690
Y69y

069D
689D
889V

€989

T98V

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

3CXC

wwPDB X-ray Structure Validation Summary Report

Page 17

801N

2cToTY
12019

6T0TD

910TNn
STOTD
Y101V

60010

LOOTYV
9001V

€00T0
200t
T00TN
000TD

6660

696D
896D

796D
€960
2960
T96V

6560
856D

-

0STTV

0%110
6ETTN

LETTD

YETTD

8TTTV

91710
STTT0
YITTV

OTTTD
60TTN

8801V

980TV

3

080TD

8L0TV

0L0TY
690TD

S90TD
901N

F

6S0T1D
8301V

+

25019

S¥0TD
¥¥010

T€0TD

61210
812N
L12TD

LBTTD
96110

T6TTV

68TV

18110
98T1D

811D
28110
@ 1811V
08770

@ S.11D

3
g
=}

@ CLIID
@ TLITV
0LTTN

CIeTD
TTI€TD

80€TY
LOETY
90€TN
SOETD
voe1n

00€TD
662TD
862TN

06219

L

¥8C1D
€8CTD

3
3

8.LTTV

9,210

€210

0LzTNn
692TD
89CTD
L9210
99210

€9C1D
[41aa
15210
05210
6%21Nn

LYCTV
9VCTV

cvery

6€2TD
8ETTD

SETTD
vecin

62210

92TTH
S¢TT0
¥zerd
€2TTH

9TVID

60%TD

LOPTY

66ETY
86ETD

¥6€1D
€6ETY

S8ETD
¥8€1D

T8ETD

T8ETV

9LETD

SLETY

CTLETY

99€TD
S9€TD

Z9ETN

09€T1D

€39€TD
CSETY

o9veTN
SYETY

E€VETO

1

SEETO
YEETD

62ETY
8CETY

STETD
¥zerd
€CETD
2TETD
TCeTV
0zeTN

vie1n

L6YTD
96¥%1D

vevIv

88710

98VTV
S8YTV
¥8%10
mwﬂﬁo
8L%10
LLYTD

-

eL7IN
TLYTO
TLYTV
0LVTY

vovIn
€9VTV
29¥%10
19710
09%TD

LS%TN

9G%TD

A

aadx)
l4444
154745
0¥y

9EVTO

YEVIV
EEVTD
[4:57491

0€7TD

LTVTIV
9¢¥10
STYID

€C¥T0
(4445
12710

61%1N

€LSTV
th.z
69570
895TD
L9STV
99510
S9STD

29STD

69GTY
89G1D
hmmﬂu
€9G1D
Nmm.ﬂu
67510
8%STN

9%STD
mwm-ﬁu
6€STN
8ESTO
LESTD
9€STO
mmmﬂo

62ST1D

LTSTY

0ZSTH

8TSTY
L1570
91STD
STSTY
$1310
€181
CTS1D
TSI

90STN

Y0sTV
€0STN

00STN

86%TD

75910

2S910

08910
6%91D

%910
€%9T0
YotV
Y91V

6€91N
8€91N
LEITY
9€9TD

€E9TD

291D

weotv

8T9TD
LT9TD
9191V

191D
€191
CI9TY
T191D
0191
60910

S09TH

€091V
009TD
86STV

LBSTY
96STN

%6910
£6SG1D

18810
98STD
S8STO
78510

08STV

S.STO
%.S810

LYLTY
VLIV

vvLID
€VLTD
TYLTIY
wiin

9ELTY
SELTO

EELTY
CTELTY

0€L1D

STLID

€TLTD
cTLIn

LTLTY

STLTO
AZA%)

CTLTIY
TTLTV
OTLTY

20.L10

|

86910

L8910

6.L9TD

L.910

S.91D

0L91D
6991V
89911

99910

8991V
LS9TV
9591V

818TD

€18T0

0T8TD

808TD

90819
S08TD
08TV
€081D

TO8TY
0081

86.LTD

€6LTD
T6LTID
T6L10
06LTD
68LTD
88.T0
L8LTD

v8.L10
€8LTV
28L1D
T8LTD
08L1D
6LLIY

|

VLLTD
€LLTD

TLLTI0
0LLTN
69LTD
89LTD
L9LTY
99,10

€9LTD
29.L1D
T9.LT0

6SLTYV
8S.L1N

EEVAS)
SSLTV

F

TSL1D

8v.L1Nn

606TV

90610
S06T0

€06T0
20619
TO6TD
0061V
668TD
868TD
16810
96819

wmmﬂo
881D
€880

28810

08670

9.6TD

cLeTN
TLBTD

99610

Ly61D

0¥61D
6€6TN
8€6TD
LEBTN
9€6TD
SE6TD
vE6TY
€E6TD

TEBTV
0E6TY

8C61D
LT6TY
9261D
mmmﬂo
TTOeTY
1261V
0zZ6TD
6161V
81610
hamﬂo

0T6TY

v.L0TV
€L02D

04029

$902D

£€9020

79020
0902V

S502V
S0y
€502

0502
¥¥02d

€¥02n
2vozn

0%02D
6E0CY

9€02D
SE0TD

€£€02D
0goey
6202D
8202n
€202

91020
STOTY

8002n

i

70020

200D
T00ZD
0002

V66TV

26610

88610

veTCD

8212

L{4%43)
i7454))

j14%4Y
0zTen
61120

91120
S1120

€TT2D
(435414

[3543)

L0ten
90T2D
S0T2D

i

9602V

602D

T602D
06029
6802V

€80TV
802D

O

R LDWIDE
PROTEIN DATA BANK

W



3CXC

wwPDB X-ray Structure Validation Summary Report

Page 18

¥8¢CD

(4144
18220

LLzen
9.22n

j2X44

(k&4

0.22d
69220

pRI44)
99zey
s9zen

F

LSTTd
952CD
ist4a |
¥5¢ed
€922
(45144 4
5144

8%¢Zd
L%22TD

vveey

(474440
15444

i

8€TTY

SLETD
€Lezn
thﬁw
mmm-”N<
S9€TH
vogey
€9€TD
[4°144 4

L

LS€2D
9g€eey
9S9€2D

otioa 4

6¥€Cd
8¥%€TO
LY€TO
9%€TO

i

8EETH

€EeTH
ceeey

8zeen

Leeey
ozeen

LTETO

STETO
45344

Treey
0T€2D
60€2D

coeey
ToETV
oogey

Lezen
96220

T622V

€Lven
cLyed

89¥CY
L9¥CY

S9vey

[4%i443)

15%2n
L1744

€8%2D
LYYV

9¥¥Cd
svven

€¥¥ed

8EVTD
LEVTY

seven
vevey

l474))

114749

(4743
61720

LT%2D
91¥Cd
STYCY
vivey
1157414

L

L0%2D
90%2n

14074

Tovey

68€2N
88€CD
18€en
98€2N
S98€TH

T8€TD
08eTY
6.LETD

LlLeen
9.€2D

6€52N
8€STY
LESTD

74143
€esen

TSV
01520
60SCY

6992n
899ZH
L992H

292D
9292D
292D

%1920

L

80920
,092n

7092V

852N
9852n

8.52H

L%.,T0

S¥.20

8ELTH
LELTO
9gLen
sglLen

TELZD

9zLen

€TLTD

TcLen
0T.LT0
6T.LTY
8T.LTO
LT.L2D
9T.LTH
STLTD

CT.LTD

60.L2D
80429

0.2
€0.L2Y

0042D
6692V
869TH

7692V

06920
6892V
8892N
892D
98920
98920
892V

892D

6.92D

91920

€920

T.920
0.492D

£€8C0
2TE8TO
T€820
88T
Lz8ey
9282
¥28cd
12820
8182V
S182H
V182V
1182V
0820
0082V

96.2n
S6.20

€6.L2Y

T6.20

812D

¢8.LTD
1820
08420
6.L.2D
8L.LTY
LLLTD

0L.2D
69.20

192D
99.2v

€9.2D

T9.L2Y
092D
65.20
85.2D

95.2n
§§.2D

05,29
év.Len

11620
otT6ey
6062
8062V

70620

98820
S88CY

£88CY

Lgsen

€82

€162V
2¢162d

55 RIBOSOMAL RNA

e Molecule 2

12%

49%

38%

4%
L

Chain 9

€£90€0
290eY
T90€D
090€0

F

950€Y
S50€N
7S0EY
€50€D
TS0EY
TSOEV
050€D
670€D
8%0€D
LY0EY
9%0€D
SYOEY

€¥0€D
2%0€0

LEOED
9€0€D
SE0ED
YEOEY

2e0€d
T€0€D
0€0€D
620€D
820€N
LT0ED

2T0ed
T20€D
020€D

8T0EN
LT0€D

E€T0EY
CT0€D
TT0EY

800€D

900€0

700€D

(4450

8TTED
L1T€D

STTED

L

YOTEY

TOTED

960€D
S60ED

€60EY
260€D

880€D
180€N

8L0€D

5-R(*CP*CP*A)-3’

9.0€D

€L0€D
TLOED

690€n
890€D
L90€D
990€D

e Molecule 3

790€D

33%

33%

33%

Chain 4

RIBOSOMAL PROTEIN L2

e Molecule 4

%

5% -«

41%

54%

Chain A

O

R LDWIDE
PROTEIN DATA BANK

W



3CXC

wwPDB X-ray Structure Validation Summary Report

Page 19

o < W0
© 0 0
S >A

180

S.LD
YA

Tid
0LY

1971
994
594

€SV

T84

67d
8va
LYH
(47

6EV

LEA

SED

291D
191D

8STA

SSTL

0ETL

SCIN
7478
€2TD

121V
0z1d

8114
LT
911D

v11a

0T1S
6073

LOTN

¥€TH

6cey
8¢CI

STTA

€ecy

0zed

SLTA

TLIN
0LTA
6974

S9TL
7914

RIBOSOMAL PROTEIN L3

e Molecule 5

%

6%

42%

53%

Chain B

CTLL

0Ld

993
SOW
799

[4°L}

94d
SN

€91
2SA
TSA

€%D

Tvd

8EA

9ed

0€d

8¢S

9c4d

¥ed

8TY4

STd
4%

A%

8

9d
Sy

L8K

S8y
781
€8V

8¥cy

3

v¥ed
€¥CN

0%ZH

8€TN

6CEX
8ced
LTeN

vcea
€2eT
cced
Teed
ozed

9T€Y
STEN

0T€Yd

80€T

90eX

S0€Q

TOEA

86C)
162N

Y6CA

262D
T620

882D

08ZA
6.TL

S.2H
jZkacs

0L21

1923

{4748

09CH

85¢H
LSTL

SSTH

geed

e Molecule 6

vees
€Eed

RIBOSOMAL PROTEIN L4

5%

39%

55%

Chain C

T01d
0071

62d

88TY

98TA

LETd

€ETY
(4234

0ETH
6CTH
8CTH
LeTd
921d

1747
€211

8TTL

3

2244
6071
80TD
LOTH

vota

612N
8TCA

4548

(454

L0271
902N

20TL

00zd

L6718

7614

2611

06TV

RIBOSOMAL PROTEIN L5

e Molecule 7

20%

7%

47%

0 N~
N N
= H o

24%

5%

Chain D

639D
8SA

994
S84
vSv

2sL
TSy

6%d

o
@
i
l:

SPL
428

Wl
0%I

8ed
LEY
9EN
SEV

=N o
a N
===

)
—
5]

811

ST1d
4%
€T
e 21d

e 014

R LDWIDE

PROTEIN DATA BANK

160

vev

T6v
061
68d
881

981

781
€84

184

8.4

5



3CXC

wwPDB X-ray Structure Validation Summary Report

Page 20

ZA%%

® OLIA
6971

1974
99TI

95TY
SSTH
2158
€S9TL
Ts1d
TSTI

6714

LYTV
VTN

iaAxs

(A%
6ETA

SETA
YeTT

CTETA

+

e Molecule 8: RIBOSOMAL PROTEIN L6

® 8211

35%

60%

6¥I

ovA

e Molecule 9: RIBOSOMAL PROTEIN L7AE

53%

45%

LLA
9.4

v.ild
€Ld

Imf
©0
=1

09A
6SG1
8594
pAsicy
94d

7SA
€80
[4sic

0SA

@ 6TTd
8TTT
L1174

STTA
295
€11a

1111
0773

80TT
LOTA

voTV
€0TY
[49%]

e Molecule 10: RIBOSOMAL PROTEIN L10

e 001
661

L6V

92%

0§ -
(SR o
H > H

5%

Chain G:

12a

© o
- )
Iml>

9T

€1d
(429

€La
TLa
TLT
oLy
694
894
191
8951

7oN
€94

e Molecule 11: RIBOSOMAL PROTEIN L10E

%

Chain H: .

7%

9%

48%

37%

97A

Wi

R LDWIDE

O

PROTEIN DATA BANK

W



3CXC

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

Page 21

Ly1d
VTN

STTA

B6TTA
8TTd
L1

¥11d
ETTY
(4%
TTTH

DO
0 B R
Iﬂ<l-'-<=r-‘

~
()
x

<+ 0
@Q 0
-

[l
0
[

—
©
>

99TN
S91D

€91d

RIBOSOMAL PROTEIN L13

e Molecule 12

6%

37%

+

55%

Chain I

L6V

€64

0634
68H

181
98I

Z8L

0831

8LI
LLD
9.a
S.d
0.4
€91

SS4

€SI

T8d

SPA
44l

O%N
6EA

9€EA

pxa |

< O H = wn -

8V

94

a4

Il
EVIN
CYIN

6ETT

S¢1s

6TTL

RIBOSOMAL PROTEIN L14

L1710

60TA
80Td

901D
SO0T1

€0TA

TOTA

e Molecule 13

664

37%

60%

Chain J

8SL

SSGA

089

LYV

RIBOSOMAL PROTEIN L15

S¥d

6€D

veEA

621
8cd

zea
144

6T.L

i-
B

911d
STTY

€111
6071
€07a

{40
TOTN

[
D
IQI

e Molecule 14

12%

35%

51%

%
L

Chain K

i

663
8631
L6A
€6A

064

€84

+

YLL
ELA

.3

L94
99A
S9a

©
)
B3

TVH
0vd
6ed
8EH

S¢9
1441

8TH

91D

CTL
st

EL S

RIBOSOMAL PROTEIN L15E

e Molecule 15

—
5%

52%

43%

Chain L

3

794
€9A

—
©
-

o
©
=1

< 0 o
0 0 e}
> o

S
=

8vyd
L%a

42

-
S
A

0¥%I

LEA

Sed
ved

ey

62d

L4

0cI
61D
81D

+

TN

RIBOSOMAL PROTEIN L18

e Molecule 16

O

R LDWIDE
PROTEIN DATA BANK

W



3CXC

wwPDB X-ray Structure Validation Summary Report

Page 22

7%

53%

40%

3%
L

Chain M

€LV
cLa

-
2
I3

694
894
L9V
991
S9a
79s

C9H
TV

851

98a
SS8a

081

8¥A

+

4!

[47:

OFN

LY

SEA
el
€ed

LYTI

i44%]
€7TY

1345
ovTh

8ETQ

SETA

CEIN

6211
821

9811
® 9§8Td
7811

[4:359

RIBOSOMAL PROTEIN L18E

L
TS1a

e Molecule 17

30%

69%

SOTN

0TI

0070

96A

(4
160

8831
8L

8L
LLV
€La
899
S91
954
€50
0S84
Lvd

TIN

cvd

6EL

LEY

SEN

(41

9CZM
SCA

1zs
0zs
614

STTY

TTTA

60TS

90Td

RIBOSOMAL PROTEIN L19E

e Molecule 18

36%

59%

Chain O

i

S6d

-
™
H

62D

—
N
=

ETA

A
otV
61

RIBOSOMAL PROTEIN L21E

e Molecule 19

39%

59%

%
i

Chain P

8L

S8I1

N~
I\-OO-OO
A 4 =]

SLI

<
X
Ia

[N’}
TLK
0LY

994

94

09L

180

vad
€GH

08D

8%d

9%S
Svd

€VI
{4728

€S

S6d
760
€64
06H

88V

RIBOSOMAL PROTEIN L22

e Molecule 20

36%

60%

Chain Q

7014

528

TrA

(4

ovv

6713

L9711

SY1T
vvia
EVTA
cvia

6€Td

LETN
9ETM

€ETV
C¢ETY

8214
€2Th
6TTA
8T
LITH

YITA
E€TTH

1111

60T

1073
901D

R LDWIDE

w_ 0

PROTEIN DATA BANK



3CXC

45%

60%

50%

wwPDB X-ray Structure Validation Summary Report

%
3%

Chain S: -

e Molecule 21: RIBOSOMAL PROTEIN L23
e Molecule 22: RIBOSOMAL PROTEIN L24

Page 23

S.4

cLI
TLA

6934
890
191

€91
[4°7\

98Y

3

[4:t

0SA
674

Lyl

S¥D

EVN
(47
v
0%A

8¢eY
LED

SEA

eed
(43S

oo o
N 52}
V’IQI

©
N
=

44"

8T1S

v11s
€114
(425!

T0T1
00Td

88d
L8A

78D

8L

084

e Molecule 23: RIBOSOMAL PROTEIN L24E

8LL

20%

39%

38%

Chain T:

994

ashn
€48a

TSM

671

oY

!

oy
6EN

Led

ves
€ES

Ted

6TL
81D
LTL

STd
v1d
€11

TIL
019

e Molecule 24: RIBOSOMAL PROTEIN L29

Sa

7%

40%

49%

7%

Chain U: o

%90
€94
294
090

8GL

e Molecule 25: RIBOSOMAL PROTEIN L30

2
1)
<

CEY

€21
{44

0Z1

5%

52%

+

43%

Chain V:

I¢1
~
2]

cLd

694
89L
L9V

S9A
%9l
€94

09"
63b

54
€SV
87A

TN

(4
15728
(U4
6ed
8€EL
Led
9ed

[459)

8CH

TH

10%

7%

37%

R LDWIDE

46%

2%

e Molecule 26: RIBOSOMAL PROTEIN L31E
Chain W: =

©
2
I[.'J

9.4

YLV

T4

+

L9d
99L

YoV

839V

SSN

2sd
18

LYY

wva
EVA

LeT

O
PROTEIN DATA BANK

erbDeBe

W



3CXC

wwPDB X-ray Structure Validation Summary Report

Page 24

884

9831

e Molecule 27: RIBOSOMAL PROTEIN L32E

€8V

6.4

41%

18%

39%

Chain X:

(4234

0ETYH

82T

9¢1d

LTTT

(AR5

b

201d
90TL

vora
€0TL

00TH
66V

Tozd
00TL
66T

L61Q

261da

L8TA
9814

781d

2814

6.Td
8LTH

YLIA
ELTY
CLIL

6974

Ll

89TA

+

1978

8¥1D
Ly1d

A%t

cvis
71l

RIBOSOMAL PROTEIN L37AE

e Molecule 28:

10%

52%

38%

Chain Y:

(44

TEI

(448

61D

v14d

€74

oty

e Molecule 29: RIBOSOMAL PROTEIN L37E

36%

64%

Chain Z:

-

1

€94

150
6ed

9€S

€0

(431

0€X

8CH
SeH

Ty
ocH
610

9TH

T
(51
69
80

9d

e Molecule 30: RIBOSOMAL PROTEIN L39E

4%

38%

56%

Chain 1:

6vd
8¥va

SPN
vva
evYd

TvH
ovyd
6€d

LEH
9EN

re)
N
=

]
N
=

o
-t (S
o=n

[UxS

0
53

N-\n
53

£

e Molecule 31: RIBOSOMAL PROTEIN L44E

35%

60%

© N~ 0 O L 00 N 0 ©
o N N N o (")2 <
Mmoo ) = o X a [l

2%

Chain 2: =

784
€8M

084

8LH
LLY

+

TLD
0.4
694
89
19T

o
© ©
oA

~
0
o

n
re)
=

©
Ky
=

—
-
o

a2} wn N~ 0o
= o =

064

O

R LDWIDE
PROTEIN DATA BANK

W



Page 25

wwPDB X-ray Structure Validation Summary Report

4 Data and refinement statistics (i)

Property Value Source
Space group CcC2221 Depositor
Cell constants 213.66A 300.71A 575.37A .
Depositor
a, b, c, a, B, 90.00° 90.00° 90.00°
. 20.00 — 3.00 Depositor
Resolution (4) 20.00 — 2.9 EDS
% Data completeness 91.4 (20.00-3.00) Depositor
(in resolution range) 90.8 (20.00-2.99) EDS
Rinerge 0.08 Depositor
Reym (Not available) Depositor
<I/o(I)>" 2.45 (at 2.98A) Xtriage
Refinement program CNX Depositor
R R 0.186 0.229 Depositor
» Thfree 0.186 , (Not available) DCC
Ryree test set No test flags present. DCC
Wilson B-factor (A?) 68.8 Xtriage
Anisotropy 0.431 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.29 , 63.5 EDS
L-test for twinning? <I|L| > =049, < L?> =032 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.94 EDS
Total number of atoms 98635 wwPDB-VP
Average B, all atoms (A?) 70.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.82% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: MG,
CL, NA, K, CD, SLD

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 | pyior' 7155 | RMSZ #Z| >5

1 0 0.52 | 4/66076 (0.0%) | 0.71 | 23/103052 (0.0%)

2 9 0.46 0/2905 0.76 3/4528 (0.1%)

3 4 0.89 0/65 1.01 0/99

4 A 0.39 0/1787 0.70 0/2409

5 B 0.40 0/2690 0.68 0/3652

6 C 0.45 0/1884 0.71 0/2551

7 D 0.37 0/1111 0.62 0/1498

8 E 0.38 0/1382 0.61 0/1880

9 F 0.38 0/897 0.60 0/1219

10 G 0.38 0/241 0.58 0/324

11 H 0.44 0/1247 0.79 3/1686 (0.2%)

12 I 0.43 0/1136 0.65 0/1530

13 J 0.41 0/1004 0.72 0/1351

14 K 0.41 0/1130 0.71 0/1509

15 L 0.49 0/1634 0.75 1/2180 (0.0%)

16 M 0.39 0/1474 0.68 0/1999

17 N 0.41 0/874 0.67 0/1181

18 O 0.41 0/1143 0.60 0/1521

19 P 0.44 0/749 0.74 | 171005 (0.1%)

20 Q 0.44 0/1172 0.69 0/1578

21 R 0.38 0/648 0.62 0/875

22 S 0.40 0/958 0.69 0/1289

23 T 0.61 2/417 (0.5%) 0.68 0/562

24 U 0.36 0/502 0.60 0/675

25 \Y 0.43 0/1219 0.67 0/1655

26 W 0.41 0/664 0.65 0/895

27 X 0.43 0/1146 0.68 0/1536

28 Y 0.54 1/576 (0.2%) 0.80 0/763

29 Z 0.54 0/438 0.78 2/578 (0.3%)

30 1 0.43 0/399 0.58 0/527

31 2 0.73 2/771 (0.3%) 0.72 0/1024
All All 0.49 | 9/98339 (0.0%) | 0.70 | 33/147131 (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 0 70
2 9 0 2

25 \Y 0 1

All All 0 73

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

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
31 2 14 CYS | CB-SG | -12.55 1.60 1.82
1 0 2102 G C6-06 | -6.72 1.18 1.24
28 Y 60 CYS | CB-SG | -6.10 1.71 1.82
1 0 2474 A N1-C2 5.8 1.39 1.34
23 T 9 CYS | CB-SG | -5.75 1.72 1.81

The worst 5 of 33 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
2 9 3024 U C2-C3’-03’ | 8.48 128.16 109.50
1 0 1979 G C2’-C3’-03" | 6.90 124.75 113.70
11 H 74 ASN N-CA-C -6.85 92.50 111.00
2 9 3103 A CH-C4’-04" | 6.75 117.20 109.10
1 0 1563 G C2-C3-03" | 6.72 124.45 113.70

There are no chirality outliers.

5 of 73 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 0 182 G Sidechain
1 0 202 U Sidechain
1 0 223 G Sidechain
1 0 261 A Sidechain
1 0 324 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

WO RLDWIDE

PROTEIN DATA BANK
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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 59017 0 29800 1222 0
2 9 2600 0 1326 88 0
3 4 29 0 35 2 0
4 A 1754 0 1763 127 0
) B 2625 0 2533 170 0
6 C 1859 0 1816 112 0
7 D 1094 0 1085 125 0
8 E 1357 0 1266 65 0
9 F 886 0 854 67 0

10 G 240 0 231 22 0
11 H 1216 0 1215 155 0
12 I 1120 0 1098 69 0
13 J 994 0 1027 o7 0
14 K 1118 0 1076 64 0
15 L 1606 0 1676 142 0
16 M 1445 0 1401 139 0
17 N 865 0 873 35 0
18 O 1133 0 1127 o7 0
19 P 735 0 729 29 0
20 Q 1149 0 1122 61 0
21 R 641 0 605 24 0
22 S 950 0 923 53 0
23 T 410 0 364 33 0
24 U 499 0 011 32 0
25 \% 1196 0 1137 97 0
26 W 654 0 653 46 0
27 X 1130 0 1133 o1 0
28 Y 564 0 298 54 0
29 7 431 0 426 24 0
30 1 394 0 406 32 0
31 2 755 0 729 51 0
32 0 37 0 28 4 0
33 0 107 0 0 0 0
33 2 1 0 0 0 0
33 4 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 J 1 0 0 0 0
33 S 1 0 0 0 0
33 X 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 H 82 0 0 9 0
38 I 61 0 0 3 0
38 J 63 0 0 4 0
38 K 85 0 0 9 0
38 L 130 0 0 5 0
38 M 69 0 0 8 0
38 N 45 0 0 5 0
38 O 70 0 0 0 0
38 P o6 0 0 1 0
38 Q 92 0 0 4 0
38 R 40 0 0 1 0
38 S 37 0 0 3 0
38 T 27 0 0 2 0
38 U 13 0 0 1 0
38 \% 74 0 0 6 0
38 W 29 0 0 3 0
38 X 105 0 0 4 0
38 Y 41 0 0 5 0
38 Z o7 0 0 1 0
All All 98635 0 59566 2990 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 20.

The worst 5 of 2990 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)
24:U:12:THR:HG22 | 24:U:15:GLU:HG3 1.24 1.14
13:J:10:GLN:NE2 13:J:10:GLN:H 1.47 1.13
1:0:871:G:HS8 1:0:871:G:H5’ 1.13 1.10
11:H:86:ARG:NH1 | 11:H:133:ILE:HG13 1.66 1.08
15:L:87:MET:HB3 31:2:46:1ILE:HD13 1.31 1.07

There are no symmetry-related clashes.
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5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

of similar resolution.

The Analysed column shows the number of residues for which the backbone conformation was

analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
4 A 235/239 (98%) | 207 (88%) | 24 (10%) | 4 (2%) 44
5 B 335/337 (99%) | 300 (90%) | 28 (8%) 7 (2%) 8| 38
6 C 244/246 (99%) | 213 (87%) | 28 (12%) | 3 (1%) 151 53
7 | D | 134176 (76%) | 96 (12%) |26 (19%) | 12.(9%) | [L[4] |
8 E 170/177 (96%) 157 (92%) | 12 ("%) 1 (1%) 28 70
9 F 117/119 (98%) 102 (87%) | 12 (10%) | 3 (3%) 6] 31
10 G 25/348 (7%) 22 (88%) 2 (8%) 1 (4%) 3] 20
11 H 152/167 (91%) 132 (87%) | 16 (10%) | 4 (3%) 6] 31
12 I 140/145 (97%) 127 (91%) | 10 (7%) 3 (2%) 8] 38
13 J 130/132 (98%) 117 (90%) | 11 (8%) 2 (2%) 12 48
14 K 141/164 (86%) 116 (82%) | 23 (16%) | 2 (1%) 131 49
15 L 192/194 (99%) 167 (87%) ( 5 (3%)

16 M 184/186 (99%) 153 (83%) ( 7 (4%)
17 N 113/115 (98%) 106 (94%) ( 1 (1%)
18 @) 141/148 (95%) 129 (92%) 1 (1%)
19 P 93/95 (98%) 88 (95%) 2 (2%)
20 Q 148/154 (96%) 134 (90%)
21 R 79/84 (94%) 76 (96%)
22 S 117/119 (98%) 103 (88%)
23 T 51/66 (77%) 47 (92%)
24 U 63/70 (90%) 57 (90%)
25 \Y 152/154 (99%) 140 (92%)
26 W 80/91 (88%) 71 (89%)
27 X 140/240 (58%) 134 (96%)
28 Y 71/73 (97%) 58 (82%)
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
29 Z 54/56 (96%) 50 (93%) 4 (7%)

30 1 42 /48 (88%) 40 (95%) 2 (5%)

31 2 90/92 (98%) 82 (91%) 6 (7%)

All All 3633/4235 (86%) | 3224 (89%) | 338 (9%)

5 of 71 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
5 B 139 ASP
7 D 93 LEU
7 D 95 THR
7 D 137 PRO
7 D 173 GLU

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
4 A 179/181 (99%) 168 (94%) | 11 (6%) 22 59
5 B 282/282 (100%) | 264 (94%) | 18 (6%) 20 57
6 C 193/193 (100%) | 178 (92%) | 15 (8%) 151 47
7 D 117/147 (80%) 108 (92%) 9 (8%) 151 48
8 E 152/155 (98%) 146 (96%) 6 (4%) 37 75
9 F 92/92 (100%) 91 (99%) 1 (1%) 78
10 G 27/283 (10%) 27 (100%) 0
11 H | 122/122 (100%) | 111 (91%) | 11 (9%) | |11
12 I 118/121 (98%) 110 (93%) 8 (7%) 181 54
13 J 106/106 (100%) | 102 (96%) 4 (4%) 38 75
14 K 113/126 (90%) 108 (96%) 5 (4%) 33 72
15 L 166/166 (100%) | 157 (95%) 9 (5%) 26 64
16 M 149/149 (100%) | 141 (95%) 8 (5%) 26 64

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
17 N 93/93 (100%) 90 (97%) 3 (3%) 44 179
18 O 113/116 (97%) 109 (96%) 4 (4%) 41 78
19 P 79/79 (100%) 75 (95%) 4 (5%) 28 66
20 | Q | 117/121 (97%) | 114 (97%) | 3(3%) | 51 83| |
21 R 71/73 (97%) 69 (97%) 2 (3%) 49 |82
22 S 105/105 (100%) | 100 (95%) 5 (5%) 30 69
23 | T 44/52 (85%) | 44 (100%) 0 100] [ 200
24 U 51/56 (91%) 49 (96%) 2 (4%) 37 75
25 \Y 130/130 (100%) | 122 (94%) 8 (6%) 21 58
26 W 66/73 (90%) 62 (94%) 4 (6%) 22 59
27 X 120/195 (62%) 113 (94%) 7 (6%) 23 61
28 Y 56/56 (100%) 52 (93%) 4 (7%) 171 52
29 Z 46/46 (100%) 45 (98%) 1 (2%) 57 |86
30 1 42 /44 (96%) 41 (98%) 1 (2%) 54 185
31 2 79/79 (100%) 75 (95%) 4 (5%) 28 66
All All 3028/3441 (88%) | 2871 (95%) | 157 (5%) 27 65

5 of 157 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
12 I 46 ILE
14 K 117 GLU
27 X 204 ARG
12 I 52 GLN
13 J 10 GLN

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes.

sidechains are listed below:

Mol | Chain | Res | Type
14 K 41 HIS
17 N 53 GLN
30 1 16 ASN
15 L 26 HIS
16 M 107 ASN

5 of 91 such
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5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 0 2745/2922 (93%) 241 (8%) 0
9 121/122 (99%) 18 (14%) 0
3 4 2/3 (66%) 1 (50%) 0
All All 2868/3047 (94%) 260 (9%) 0

5 of 260 RNA backbone outliers are listed below:

Mol

Chain

Res

Type

31

60

67

69

= = = =] =

jen)] Ben) Hen) Hen) Raw)

70

> | | O

There are no RNA pucker outliers to report.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 233 ligands modelled in this entry, 232 are monoatomic - leaving 1 for Mogul analysis.

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

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " 'RMS7 [ #]2]>2 | Counts | RMSZ | #|7] > 2
32 SLD 0 9500 - 37,39,39 | 4.52 16 (43%) | 47,5353 | 2.63 17 (36%)
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In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns. ’-” means
no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
32 SLD 0 9500 - - 0/23/51/51 | 0/3/3/3

The worst 5 of 16 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
32 0 9500 | SLD | C9S-C8S | -9.72 1.35 1.50
32 0 9500 | SLD | C9S-COS | -5.74 1.43 1.51
32 0 9500 | SLD 01-C7 | -3.58 1.41 1.46
32 0 9500 | SLD | C3-C12 | 2.76 1.46 1.41
32 0 9500 | SLD | F1-C11 | 3.49 1.44 1.35

The worst 5 of 17 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
32 0 9500 | SLD 03-C6-N1 -8.78 122.04 129.01
32 0 9500 | SLD C5-N1-C6 -5.50 108.17 111.24
32 0 9500 | SLD C7-01-C6 -2.93 107.83 110.22
32 0 9500 | SLD 01-C6-N1 -2.82 108.18 109.97
32 0 9500 | SLD | CAS-N5S-CO0S | -2.38 118.28 122.84

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

1 monomer is involved in 4 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
32 0 9500 | SLD 4 0

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

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

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain | Analysed | <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 0 | 2754/2922 (94%) | -0.44 |32 (1%) 79 53 | 35,63, 107, 150 0
2 9 122/122 (100%) -0.02 5(4%) 38 |15 | 52, 80, 106, 150 0
3 1 3/3 (100%) -0.43 0 froo)f100 49, 49, 51, 51 0
4 A 237,239 (99%) -0.48 3(1%) |77 51 | 44,69, 101, 121 0
5 B | 337/337 (100%) -0.38 42, 72, 98, 108 0
6 C | 246,246 (100%) -0.54 36, 63, 87, 99 0
7 D 140/176 (79%) 0.32 9 70, 115,131,137 | 0
8 E 172/177 (97%) -0.28 3 ( 61, 84, 102, 107 0
9 F 119,119 (100%) 007 | 2(1%) 70 42 | 70,88, 112, 118 0
10 G 29/348 (8%) 0.09 1 (3%) 46 20 |85,105, 113, 117 | 0
11 H 156,167 (93%) -0.30 2 (1%) | 77| 51 | 51,72, 100, 108 0
12 I 142/145 (97%) -0.51 0] 100 | 100 50, 66, 85, 102 0
13 J 132/132 (100%) -0.38 0 100 | 100 53, 71, 89, 96 0
14 K 145,164 (88%) -0.29 2 (1%) |75 49 | 39,83, 117, 129 0
15 L 194,194 (100%) -0.63 0 froo)f100 47, 62, 79, 90 0
16 M | 186/186 (100%) -0.04 5(2%) 55 26 | 58,81, 120, 133 0
17 N | 115/115 (100%) -0.35 1 (0%) ! 61 56, 72, 90, 94 0
18 0 143,148 (96%) -0.48 0] 100 | 100 50, 72, 87, 94 0
19 P 95,/95 (100%) -0.48 1(1%) 80| 55 51, 62, 75, 88 0
20 Q 150,154 (97%) -0.53 0 fzoo)f100 46, 61, 81, 88 0
21 R 81/84 (96%) -0.35 1(1%) 79| 53 | 59,76, 95, 103 0
22 S 119/119 (100%) -0.34 3(2%) 58 29 | b55,74,97, 113 0
23 T 53/66 (30%) -0.31 o f1o0)f100 57, 73, 92, 99 0
24 U 65,70 (92%) 0.11 5 (7%) 114 [5] | 68, 91, 123, 129 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
25 \Y 154/154 (100%) -0.54 0 I 100 51, 64, 82, 94 0
26 W 82/91 (90%) -0.25 2 (2%) 59 30 58, 75,99, 117 0
27 X 142/240 (59%) -0.60 43, 61, 82, 101 0
28 Y 73/73 (100%) -0.27 62, 76, 95, 104 0
29 Z 56/56 (100%) -0.71 42, 52, 58, 68 0
30 1 46/48 (95%) -0.14 2 (4%) 36 [15 49, 77, 105, 117 0
31 2 92/92 (100%) -0.19 2 (2%) 62 33 53, 73, 87, 98 0
All All 6580/7282 (90%) -0.38 84 (1%) 77, 51 35, 69, 108, 150 0

The worst 5 of 84 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
2 9 3001 U 6.1
1 0 2250 G 5.8
22 S 116 | ASP 4.8
2 9 3025 G 4.7
24 U 1 THR 4.5

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

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

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

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

Mol

Type

Chain | Res

Atoms

RSCC

RSR | LLDF

B-factors(A?)

Q<0.9

35

NA

0 8356

1/1

0.94

0.96 | 55.52

73,73,73,73

0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
35 NA 0 8371 1/1 0.66 0.72 | 38.24 69,69,69,69 0
35 NA 0 8377 1/1 0.93 0.58 | 31.35 75,75,75,75 0
35 NA 0 8323 1/1 0.81 0.44 | 30.91 66,66,66,66 0
34 K 0 8202 1/1 0.81 0.77 | 26.95 92,92,92,92 0
35 NA 0 8378 1/1 0.84 0.77 | 26.66 65,65,65,65 0
35 NA 0 8376 1/1 0.95 0.46 | 23.49 79,79,79,79 0
35 NA 0 8372 1/1 0.93 0.74 | 23.45 72,72,72,72 0
36 CL 0 8505 1/1 0.83 0.43 | 20.77 99,99,99,99 0
35 NA 0 8303 1/1 0.94 0.50 | 18.70 55,55,55,55 0
33 MG 0 8064 1/1 0.94 0.36 | 17.82 39,39,39,39 0
35 NA 0 8321 1/1 0.94 0.41 | 15.67 67,67,67,67 0
35 NA 0 8368 1/1 0.77 0.36 | 14.46 69,69,69,69 0
35 NA 0 8361 1/1 0.72 0.37 | 13.98 70T 0
36 CL B 8519 1/1 0.88 0.38 | 13.66 95,95,95,95 0
35 NA Q 8386 1/1 0.42 0.64 | 11.18 | 107,107,107,107 0
35 NA 0 8379 1/1 0.97 0.24 | 10.88 48,48,48,48 0
35 NA 0 8350 1/1 0.85 0.28 | 10.75 57,57,57,57 0
36 CL 2 8504 1/1 0.90 0.49 | 10.69 | 100,100,100,100 0
33 MG 0 8044 1/1 0.96 0.27 | 10.09 59,59,59,59 0
35 NA 0 8366 1/1 0.82 0.36 9.71 82,82,82,82 0
33 MG 0 8108 1/1 0.93 0.27 9.57 | 102,102,102,102 0
35 NA 0 8332 1/1 0.81 0.37 9.01 50,50,50,50 0
35 NA 0 8325 1/1 0.86 0.28 8.96 64,64,64,64 0
35 NA 0 8362 1/1 0.81 0.24 8.55 79,79,79,79 0
35 NA K 8380 1/1 0.97 0.36 8.20 85,85,85,85 0
33 MG 0 8053 1/1 0.95 0.30 7.74 63,63,63,63 0
35 NA 0 8364 1/1 0.89 0.24 7.43 66,66,66,66 0
35 NA 0 8333 1/1 0.89 0.26 5.99 40,40,40,40 0
33 MG 0 8006 1/1 0.98 0.28 5.96 60,60,60,60 0
35 NA 0 8308 1/1 0.93 0.25 5.75 70T 0
35 NA 0 8324 1/1 0.71 0.39 5.62 58,58,58,58 0
35 NA 9 8383 1/1 0.78 0.40 4.75 67,67,67,67 0
35 NA 0 8373 1/1 0.94 0.24 4.74 57,57,57,57 0
35 NA 0 8326 1/1 0.81 0.30 4.56 73,73,73,73 0
35 NA 0 8367 1/1 0.96 0.25 4.36 85,85,85,85 0
33 MG 0 8020 1/1 0.94 0.19 4.07 53,53,53,53 0
35 NA 0 8365 1/1 0.83 0.42 3.68 AT AT AT AT 0
36 CL I 8521 1/1 0.95 0.25 3.38 69,69,69,69 0
33 MG 0 8038 1/1 0.99 0.19 2.85 56,56,56,56 0
35 NA 0 8320 1/1 0.98 0.21 2.81 40,40,40,40 0
35 NA 0 8335 1/1 0.95 0.17 2.60 83,83,83,83 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
33 MG 0 8049 1/1 0.66 0.32 2.52 90,90,90,90 0
33 MG 0 8054 1/1 0.93 0.19 2.50 45,45,45,45 0
35 NA 0 8310 1/1 0.92 0.20 2.39 46,46,46,46 0
36 CL J 8512 1/1 0.96 0.21 2.01 67,67,67,67 0
35 NA H 8309 1/1 0.98 0.26 1.91 49,49,49,49 0
32 SLD 0 9500 | 37/37 0.92 0.21 1.91 46,50,53,59 0
36 CL N 8508 1/1 0.89 0.22 1.89 | 116,116,116,116 0
35 NA Q 8337 1/1 0.91 0.26 1.52 64,64,64,64 0
33 MG 0 8060 1/1 0.96 0.15 1.41 63,63,63,63 0
35 NA 0 8359 1/1 0.94 0.15 1.32 81,81,81,81 0
33 MG 0 8014 1/1 0.98 0.18 1.22 46,46,46,46 0
33 MG 0 8001 1/1 0.96 0.17 1.13 46,46,46,46 0
33 MG 0 8004 1/1 0.97 0.19 1.09 50,50,50,50 0
33 MG 0 8008 1/1 0.96 0.16 1.03 52,52,52,52 0
33 MG 0 8013 1/1 0.85 0.17 0.84 60,60,60,60 0
33 MG X 8109 1/1 0.96 0.18 0.77 66,66,66,66 0
35 NA 0 8374 1/1 0.88 0.14 0.46 70T 0
33 MG 0 8017 1/1 0.99 0.15 0.35 43,43,43,43 0
35 NA 0 8353 1/1 0.93 0.14 0.34 43,43,43,43 0
33 MG 0 8112 1/1 0.93 0.15 0.27 64,64,64,64 0
35 NA 0 8339 1/1 0.94 0.14 0.05 33,33,33,33 0
33 MG A 8065 1/1 0.99 0.15 0.05 55,55,55,55 0
33 MG 0 8003 1/1 0.89 0.15 | -0.04 51,51,51,51 0
33 MG 0 8077 1/1 0.98 0.13 | -0.19 54,54,54,54 0
33 MG 0 8019 1/1 0.97 0.15 | -0.43 43,43,43,43 0
35 NA 0 8343 1/1 0.96 0.14 | -0.51 48,48,48,48 0
34 K 0 8201 1/1 0.75 0.13 | -0.62 | 141,141,141,141 0
35 NA 0 8344 1/1 0.97 0.11 | -0.64 48,48,48,48 0
35 NA 0 8331 1/1 0.98 0.12 | -0.65 60,60,60,60 0
33 MG 0 8058 1/1 0.98 0.11 | -0.71 61,61,61,61 0
33 MG 0 8007 1/1 0.98 0.12 | -0.73 A7, 47,47 47 0
33 MG 0 8067 1/1 0.94 0.12 | -0.73 81,81,81,81 0
35 NA L 8347 1/1 0.96 0.13 | -0.86 55,55,55,55 0
33 MG S 8073 1/1 0.89 0.14 | -0.94 71,71,71,71 0
33 MG 0 8015 1/1 0.99 0.11 | -0.99 60,60,60,60 0
37 CD Y 8403 1/1 0.98 0.07 | -1.30 84,84,84,84 0
33 MG 0 8057 1/1 0.96 0.09 | -1.32 53,53,53,53 0
35 NA 0 8338 1/1 0.95 0.09 | -1.35 66,66,66,66 0
35 NA 0 8317 1/1 0.94 0.11 | -1.38 D7,57,57,57 0
33 MG 0 8086 1/1 0.97 0.06 | -1.41 62,62,62,62 0
37 CD 2 8404 1/1 0.99 0.09 | -1.43 90,90,90,90 0
37 CD Z 8402 1/1 0.99 0.07 | -1.50 89,89,89,89 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
35 NA I 8346 1/1 0.99 0.08 | -1.52 45,45,45,45 0
33 MG 9 8052 1/1 0.96 0.10 | -1.64 60,60,60,60 0
33 MG 0 8039 1/1 0.98 0.10 | -1.70 53,53,53,53 0
33 MG 4 8063 1/1 0.97 0.11 | -1.73 62,62,62,62 0
33 MG 0 8062 1/1 0.94 0.09 | -1.77 90,90,90,90 0
33 MG 0 8074 1/1 0.98 0.07 | -1.81 51,51,51,51 0
33 MG 0 8107 1/1 0.93 0.09 | -1.91 55,55,55,55 0
35 NA 0 8327 1/1 0.98 0.10 | -1.96 46,46,46,46 0
33 MG 0 8027 1/1 0.98 0.07 | -2.00 65,65,65,65 0
33 MG 0 8010 1/1 0.99 0.10 | -2.00 47,4747 47 0
35 NA A 8345 1/1 0.96 0.10 | -2.02 48,48,48,48 0
36 CL L 8518 1/1 0.96 0.10 | -2.09 69,69,69,69 0
35 NA P 8348 1/1 0.89 0.09 | -2.14 68,68,68,68 0
33 MG 0 8002 1/1 0.97 0.09 | -2.15 51,51,51,51 0
37 CD T 8401 1/1 0.99 0.07 | -2.21 83,83,83,83 0
33 MG 0 8056 1/1 0.99 0.09 | -2.47 60,60,60,60 0
33 MG 0 8080 1/1 0.99 0.08 | -2.66 52,52,52,52 0
33 MG B 8055 1/1 0.95 0.06 | -2.68 71,71,71,71 0
33 MG 0 8018 1/1 0.95 0.09 | -2.77 57,57,57,57 0
33 MG 2 8078 1/1 0.98 0.04 | -2.99 65,65,65,65 0
33 MG 0 8096 1/1 0.96 0.09 | -3.15 70,70,70,70 0
33 MG 0 8016 1/1 0.96 0.07 | -3.25 71,71,71,71 0
33 MG 0 8091 1/1 0.99 0.06 | -3.47 65,65,65,65 0
33 MG 0 8012 1/1 0.99 0.06 | -3.51 42.,42.42 42 0
33 MG 0 8032 1/1 0.98 0.08 | -3.70 52,52,52,52 0
35 NA 0 8305 1/1 0.97 0.08 | -3.81 42,42.42 42 0
33 MG J 8069 1/1 0.94 0.05 | -3.89 87,87,87,87 0
33 MG 0 8033 1/1 0.98 0.11 | -4.56 48,48,48,48 0
33 MG 0 8059 1/1 0.98 0.06 | -5.88 60,60,60,60 0
33 MG 0 8084 1/1 0.99 0.05 | -6.30 70,70,70,70 0
33 MG 0 8035 1/1 0.94 0.06 | -6.42 69,69,69,69 0
35 NA R 8312 1/1 0.53 0.93 - 84,84,84,84 0
33 MG 0 8099 1/1 0.93 0.23 - 80,80,80,80 0
33 MG 0 8005 1/1 0.99 0.10 - 58,58,58,58 0
33 MG 0 8093 1/1 0.98 0.10 - 63,63,63,63 0
35 NA 0 8330 1/1 0.93 0.11 - 61,61,61,61 0
33 MG 0 8104 1/1 0.92 0.13 - 66,66,66,66 0
33 MG 0 8076 1/1 0.89 0.16 - 102,102,102,102 0
35 NA 0 8316 1/1 0.84 0.21 - 52,52,52,52 0
33 MG 0 8111 1/1 0.92 0.12 - 75,75,75,75 0
35 NA 0 8340 1/1 0.78 0.36 - 69,69,69,69 0
36 CL I 8501 1/1 0.91 0.18 - 99,99,99,99 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
35 NA 0 8363 1/1 0.50 0.60 - 83,83,83,83 0
33 MG 0 8045 1/1 0.89 0.25 - 91,91,91,91 0
35 NA 0 8336 1/1 0.93 0.13 - 63,63,63,63 0
33 MG 0 8022 1/1 0.88 0.57 - 83,83,83,83 0
36 CL 0 8514 1/1 0.94 0.14 - 75,75,75,75 0
33 MG 0 8041 1/1 0.98 0.24 - 68,68,68,68 0
36 CL I 8502 1/1 0.90 0.11 - 93,93,93,93 0
33 MG 0 8026 1/1 0.96 0.08 - 39,39,39,39 0
35 NA 0 8313 1/1 0.85 0.22 - 89,89,89,89 0
36 CL K 8510 1/1 0.83 0.26 - 104,104,104,104 0
33 MG 0 8030 1/1 0.99 0.16 - 48,48,48,48 0
35 NA C 8304 1/1 0.93 0.38 - 51,51,51,51 0
33 MG 0 8066 1/1 0.86 0.18 - 105,105,105,105 0
33 MG 0 8029 1/1 0.95 0.07 - 60,60,60,60 0
33 MG 0 8075 1/1 0.96 0.09 - 00T 0
36 CL 0 8515 1/1 0.86 0.29 - 100,100,100,100 0
36 CL p 8511 1/1 0.87 0.37 - 84,84,84,84 0
33 MG 0 8114 1/1 0.78 0.70 - 95,95,95,95 0
33 MG 0 8089 1/1 0.97 0.07 - 82,82,82,82 0
33 MG 0 8115 1/1 0.93 0.12 - 73,73,73,73 0
33 MG 0 8050 1/1 0.97 0.14 - 68,68,68,68 0
36 CL X 8520 1/1 0.97 0.28 - 57,57,57,57 0
33 MG 0 8101 1/1 0.95 0.14 - 94,94,94,94 0
33 MG 0 8098 1/1 0.98 0.06 - 50,50,50,50 0
36 CL 0 8517 1/1 0.95 0.33 - 82,82,82,82 0
35 NA 0 8375 1/1 0.91 0.69 - 81,81,81,81 0
35 NA 0 8385 1/1 0.78 0.36 - 73,73,73,73 0
33 MG 0 8048 1/1 0.98 0.06 - 66,66,66,66 0
36 CL A 8509 1/1 0.90 0.74 - 89,89,89,89 0
33 MG 0 8094 1/1 0.99 0.07 - 97,97,97,97 0
33 MG 0 8025 1/1 0.97 0.06 - 59,59,59,59 0
33 MG 0 8116 1/1 0.94 0.16 - 84,84,84,84 0
33 MG 0 8037 1/1 0.98 0.07 - 54,54,54,54 0
35 NA 0 8329 1/1 0.56 1.25 - 98,98,98.,98 0
35 NA 0 8311 1/1 0.90 0.26 - 73,73,73,73 0
35 NA 9 8351 1/1 0.33 0.26 - 94,94,94,94 0
33 MG 0 8082 1/1 0.92 0.16 - 79,79,79,79 0
33 MG 0 8042 1/1 0.96 0.14 - 61,61,61,61 0
35 NA 0 8319 1/1 0.98 0.18 - 41,41,41,41 0
36 CL 0 8522 1/1 0.97 0.64 - 92,92,92,92 0
35 NA 0 8384 1/1 0.47 0.63 - 85,85,85,85 0
33 MG A 8105 1/1 0.82 0.30 - 52,52,52,52 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
33 MG 0 8031 1/1 0.96 0.12 - 54,54,54,54 0
35 NA 0 8352 1/1 0.81 0.32 - 61,61,61,61 0
33 MG 0 8061 1/1 0.99 0.05 - 45,45,45,45 0
33 MG 0 8011 1/1 0.88 0.19 - 50,50,50,50 0
35 NA 0 8370 1/1 0.90 0.40 - 76,76,76,76 0
33 MG 0 8036 1/1 0.97 0.05 - 52,52,52,52 0
35 NA 0 8328 1/1 0.88 0.23 - 55,55,55,55 0
33 MG 0 8110 1/1 0.96 0.12 - 56,56,56,56 0
36 CL Q 8506 1/1 0.92 0.23 - 80,80,80,80 0
35 NA 0 8382 1/1 0.79 0.18 - 89,89,89,89 0
33 MG 0 8043 1/1 0.97 0.07 - 64,64,64,64 0
36 CL 0 8513 1/1 0.92 0.24 - 74,74,74,74 0
37 CD N 8405 1/1 0.81 0.23 - 150,150,150,150 0
33 MG 0 8040 1/1 0.96 0.08 - 88,88,88,88 0
35 NA 0 8369 1/1 0.84 0.35 - 96,96,96,96 0
33 MG 0 8023 1/1 0.99 0.06 - 46,46,46,46 0
33 MG 0 8088 1/1 0.96 0.22 - 40,40,40,40 0
35 NA 0 8355 1/1 0.96 0.40 - 70T 0
33 MG 0 8117 1/1 0.98 0.07 - 45,45,45,45 0
35 NA 0 8318 1/1 0.97 0.23 - 48,48,48,48 0
33 MG 0 8009 1/1 0.96 0.18 - 44,44.44 44 0
33 MG 0 8070 1/1 0.97 0.06 - 63,63,63,63 0
33 MG 0 8079 1/1 0.96 0.12 - 53,53,53,53 0
35 NA 0 8307 1/1 0.83 0.32 - 71,71,71,71 0
33 MG 0 8087 1/1 0.95 0.07 - 82,82,82,82 0
36 CL 0 8503 1/1 0.94 0.29 - 82,82,82,82 0
33 MG 0 8047 1/1 0.98 0.10 - 90,90,90,90 0
35 NA 0 8349 1/1 0.98 0.44 - 69,69,69,69 0
33 MG 0 8034 1/1 0.95 0.10 - 46,46,46,46 0
33 MG 0 8085 1/1 0.88 0.22 - 92,92,92,92 0
33 MG 0 8092 1/1 0.87 0.36 - 111,111,111,111 0
33 MG 0 8100 1/1 0.92 0.19 - 97,97,97,97 0
35 NA 0 8360 1/1 0.84 0.41 - 69,69,69,69 0
33 MG 0 8046 1/1 0.86 0.15 - 86,86,86,86 0
33 MG 0 8068 1/1 0.99 0.07 - 64,64,64,64 0
35 NA 0 8334 1/1 0.96 0.20 - 48,48,48,48 0
35 NA 0 8357 1/1 0.92 0.26 - 61,61,61,61 0
33 MG 0 8102 1/1 0.84 0.40 - 91,91,91,91 0
33 MG 0 8113 1/1 0.84 0.10 - 60,60,60,60 0
33 MG 0 8097 1/1 0.91 0.30 - 53,53,53,53 0
33 MG 9 8095 1/1 0.93 0.36 - 106,106,106,106 0
35 NA 0 8341 1/1 0.79 0.33 - 60,60,60,60 0

Continued on next page...



Page 43 wwPDB X-ray Structure Validation Summary Report 3CXC

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
33 MG 0 8083 1/1 0.98 0.07 - 65,65,65,65 0
33 MG 0 8021 1/1 0.99 0.18 - 54,54,54,54 0
35 NA 0 8306 1/1 0.96 0.38 - 59,59,59,59 0
33 MG 0 8071 1/1 0.84 0.07 - 104,104,104,104 0
36 CL M 8507 1/1 0.94 0.24 - 86,86,86,86 0
33 MG 0 8051 1/1 0.95 0.19 - 97,97,97,97 0
33 MG 0 8103 1/1 0.92 0.42 - 97,97,97,97 0
35 NA 0 8301 1/1 0.96 0.12 - 59,59,59,59 0
36 CL 0 8516 1/1 0.96 0.26 - 64,64,64,64 0
33 MG 0 8081 1/1 0.92 0.08 - 67,67,67,67 0
33 MG 0 8024 1/1 0.75 0.62 - 98,98,98,98 0
35 NA 0 8314 1/1 0.97 0.23 - 53,53,53,53 0
35 NA 0 8315 1/1 0.98 0.20 - 70,70,70,70 0
35 NA 0 8302 1/1 0.96 0.16 - 55,55,55,55 0
35 NA 0 8354 1/1 0.92 0.41 - 58,58,58,58 0
35 NA 0 8358 1/1 0.96 0.28 - 109,109,109,109 0
33 MG 0 8028 1/1 0.90 0.17 - 57,57,57,57 0
33 MG 0 8106 1/1 0.97 0.26 - 78,78,78,78 0
35 NA 0 8381 1/1 0.87 0.30 - 69,69,69,69 0
35 NA H 8322 1/1 0.70 0.42 - 78,78,78,78 0
33 MG 0 8090 1/1 0.95 0.33 - 81,81,81,81 0
33 MG 0 8072 1/1 0.95 0.34 - 78,78,78,78 0
35 NA 0 8342 1/1 0.98 0.14 - 42.42.42 42 0

6.5 Other polymers (i)

There are no such residues in this entry.
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