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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

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) : recalc28972
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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 3.81 A.

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

Metric Percentile Ranks Value
Rfree N ([ 0.261
Clashscore . 40
Ramachandran outliers D 11.2%
Sidechain outliers N 15.0%
RSRZ outliers W 7.8%
RNA backbone N I N 0.42
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))
Rree 100719 1010 (4.10-3.54)
Clashscore 112137 1038 (4.08-3.56)
Ramachandran outliers 110173 1062 (4.10-3.54)
Sidechain outliers 110143 1055 (4.10-3.54)
RSRZ outliers 101464 1025 (4.10-3.54)
RNA backbone 2435 1016 (4.70-2.90)

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
74%
e — -
1 AB 241 17% 55% 15% . 10%
20%
I T
1 CB 241 20% 56% 3% - 10%
%
2 AC 233 = 33% 44% 0% & 1w
%
2 CC 233 - 32% 45% 1% = 12%

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

Mol | Chain | Length Quality of chain
5%
3 AD 206 27% 56% 14%
3 CD 206 36% 51% 10%
%
F
4 AE 167 20% 51% 10%
5%
[—
4 CE 167 31% 47% 2% - 10%
1%
| ..
5 AF 135 24% 39% 9% 26%
5%
h
5 CF 135 22% 40% 11% 26%
5%
[—
6 AG 179 34% 44% 16%
T1%
| ..
6 CG 179 19% 45% 18% 16%
7%
[—
7 AH 130 35% 520 e -
%
. I
7 CH 130 35% 50% 14% -
%
h e ————
8 Al 130 28% 54% 14% ..
5%
..
8 Cl 130 21% 67% low .
%
|
9 Al 103 30% 42% 21% . 5%
6%
N
9 CJ 103 17% 61% 15% . 5%
5%
——
10 AK 129 35% 7% 8% = 9%
5%
h
10 CK 129 30% 45% 16% 9%
%
11 AL 124 36% 44% 16%
%
-
11 CL 124 35% 46% 17%
1%
12 AM 118 38% 49% “ow e
8%
12 CM 118 20% 57% 16%
%
- s E——
13 AN 101 41% 26% 7% . 5%
0%
I
13 CN 101 24% 57% 13% 6%
%
B
14 AO 89 34% 55% 0w .
%
. b
14 CO 89 52% 24% o
22%
30% 54% 16%
15 AP 82

Continued on next page...
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Mol | Chain | Length Quality of chain
5%
h
15 CP 82 29% 52% 16%
7%
h
16 AQ 84 21% 52% 17% 5% 5%
1%
16 CcQ 84 — 37% 48% 1% 5%
5%
h
17 AR 75 21% 49% 21%
1%
h
17 CR 75 29% 36% 8% 21%
4%
h
18 AS 92 34% 45% 8% 14%
7%
| ..
18 CS 92 28% 45% 13% 14%
19 AT 87 33% 53% 11%
9%
19 CT 87 — 47% 40% 10%
8%
20 AU 71 _17%_ 3% 17% 28%
0%
e
20 CuU 71 21% 25% 21% 28%
%
—
21 AA 1533 19% 47% 18% 6%
5%
22 AV 17 — 35% 59% 6%
5%
22 CV 17 o 41% 53% 6%
7%
23 AW 6 83% 17%
23 CW 6 83% 17%
%
24 BA 2903 IT 41% 22% 18%
%
24 DA 2903 ? 44% 20% 18%
25 BB 118 25% 21% 19% 15%
%
26 BC 273 . 41% 40% 18%
5%
26 DC 273 29% 59% 11%
27 BD 209 33% 44% 18% 5%
9%
27 DD 209 33% 49% 17%
%
28 BE 201 = 37% 43% 19%
%
28 DE 201 30% 55% 13%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
5%
29 BF 179 I— 42% 41% 15%
58%
—
29 DF 179 25% 29% 21%
%
30 BG 177 i 30% 44% 24%
6%
.
30 DG 177 30% 51% 16%
26%
1 —
31 BH 149 38% 36% 22%
7%
1y — S m
31 DH 149 38% 44% 17% .
5%
e — . m
32 BI 142 31% 55% 1206 e
56%
1 — o
32 DI 142 42% 46% 10% - -
33 BJ 142 27% 53% BT/ —
%
33 | DJ 142 | ® — 5456 T
34 BK 123 24% 48% 25%
%
34 DK 123 27% 48% 24%
%
35 BL 144 . 33% 48% 16%
3%
h
35 DL 144 33% 45% 18%
%
36 BM 136 . 33% 29% 18%
6%
L
36 DM 136 35% 50% 14%
37 BN 127 38% 39% 15% . 6%
9%
LW
37 DN 127 25% 54% 16% 6%
38 BO 117 39% 48% 10%
26%
e —
38 DO 117 27% 60% 11%
%
39 BP 115 . 23% 50% 25%
5%
39 DP 115 28% 53% BT 77 S
40 BQ 118 39% 2% Tw -
5%
40 DQ 118 34% 50% sw .
%
41 | BR 103 | " = 4% e

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
7%
41 DR 103 28% 56% 16%
42 BS 110 22% 24% 13%
0%
42 DS 110 36% 50% 14%
2%
43 BT 100 - 28% 38% 24% 7%
29%
———
43 DT 100 23% 54% 5% .- 7%
3%
44 BU 104 38% 45% 13%
55%
e —
44 DU 104 29% 45% 20%
45 BV 94 47% 43% 11%
39%
I —
45 DV 94 31% 53% 14%
%
46 BW 85 .T 31% 41% 6% 7%
24%
=
46 DW 85 26% 39% 24% 5% 7%
3%
47 BX 78 28% 55% 14%
1%
...
47 DX 78 27% 60% 10%
1%
|
48 BY 63 24% 51% 21% 5%
7%
e
48 DY 63 33% 56% 11%
3%
49 BZ 59 29% 24% 24%
7%
49 DZ 59 39% 41% 15%
50 BO 57 46% 40% 12%
9%
50 DO 57 32% 54% 12%
%
51 B1 55 33% 38% 18% 9%
20%
51 D1 55 36% 49% 9%
%
52 B2 46 = 43% 48% 9%
%
52 D2 46 43% 5206 -
53 B3 65 40% 51% S .
3%
53 D3 65 38% 42% 17%

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

Mol | Chain | Length Quality of chain
54 B4 38 45% 39% 13%
54 D4 38 = 7% 26% 26%
5| cA | 1530 | o i o
56 DB 117 17% 40% 23% 20%

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

Iria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG AA 1607 - - - X
57 MG AA 1629 - - - X
57 MG AA 1631 - - - X
57 MG AA | 1641 - - - X
57 MG AA | 1642 - - - X
57 MG BA | 3002 - - - X
57 MG BA | 3005 - - - X
57 MG BA | 3028 - - - X
57 MG BA | 3037 - - - X
57 MG BA | 3041 - - - X
57 MG BA | 3058 - - - X
57 MG BA | 3071 - - - X
57 MG BA | 3072 - - - X
57 MG BA | 3104 - - - X
57 MG BA | 3105 - - - X
57 MG BA | 3109 - - - X
57 MG BA | 3118 - - - X
57 MG BA | 3124 - - - X
Y MG BA 3132 - - - X
57 MG BA | 3136 - - - X
57 MG CA 1617 - - - X
57 MG CA 1625 - - - X
57 MG CA 1628 - - - X
o7 MG CA 1629 - - - X
57 MG CA 1637 - - - X
57 MG CA 1639 - - - X
57 MG DA | 3002 - - - X
57 MG DA | 3041 - - - X
57 MG DA | 3054 - - - X
57 MG DA | 3062 - - - X

Continued on next page...
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Continued from previous page...
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG DA | 3071 - - -
57 MG DA | 3077 - - -
o7 MG DA | 3101 - - -
o7 MG DA | 3109 - - -
o7 MG DA | 3134 - - -

sikslkslkslks
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2 Entry composition (i)

There are 59 unique types of molecules in this entry. The entry contains 285420 atoms, of which
0 are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms.

e Molecule 1 is a protein called 30S ribosomal protein S2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AB 218 ?;E)Zl 1(%1 31(\)I5 3(1)1 g 0 0 0
1 CB 218 ?;gzl 1(%1 31(\)15 3(1)1 g 0 0 0
e Molecule 2 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AC 206 ?e)s;zl 1(?28 31(\)15 2(838 g 0 0 0
2 cC 206 ?2;11 10C28 31(\)I5 228 2 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 AD 20 rf(()ifla?)l 10026 311]5 288 ZSL 0 0 0
3 Cb 20 1;(()551&31 10026 311]5 288 ZSL 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 AR 150 111(1’821 637 QTl 2(81 E 0 0 0
4 CE 150 ?igzl 637 QTl 2(81 g 0 0 0

e Molecule 5 is a protein called 30S ribosomal protein S6.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o AF 100 817 515 148 148 6 0 0 0
Total C N O S
5 CF 100 817 515 148 148 6 0 0 0
e Molecule 6 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 AG 151 1181 735 227 215 4 0 0 0
Total C N O S
6 CG 150 1174 730 226 214 4 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 A 129 979 616 173 184 6 0 0 0
Total C N O S
7 CH 129 979 616 173 184 6 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 | Al 127 1022 634 206 179 3 0 0 0
Total C N O S
8 | O 127 1022 634 206 179 3 0 0 0
e Molecule 9 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
9 | A 8 786 493 150 142 1 0 0 0
Total C N O S
N S 8 786 493 150 142 1 0 0 0
e Molecule 10 is a protein called 30S ribosomal protein S11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 AK 7 77 540 174 160 3 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

10 CK 17 T807t;Ll 520 11;14 1((?() 2 0 0 0
e Molecule 11 is a protein called 30S ribosomal protein S12.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AL 123 205? 1 5;]0 11;)]6 125 ésl 0 0 0
1 CL 123 T905t§ 1 530 115\916 1((?5 ZSL 0 0 0

e Molecule 12 is a protein called 30S ribosomal protein S13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 AM 1 1;30;; 1 5536 11;18 1(536 § 0 0 0
12 CM 113 1;%0;2 1 521 11;7 1(5)5 § 0 0 0

e Molecule 13 is a protein called 30S ribosomal protein S14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 AN %6 1;);2 l 4(833 11;5]0 1(2)8 2 0 0 0
13 CN 95 1;();;1 4;30 1219 1(2)7 2 0 0 0

e Molecule 14 is a protein called 30S ribosomal protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
14 AO 88 T701tj 1 4§9 114\114 120 ? 0 0 0
14 €O 88 T7oltj l 4(?39 114\114 120 ? 0 0 0

e Molecule 15 is a protein called 30S ribosomal protein S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
| AP | s g s | 0 | 0 |0
15| CP 50 ‘e a0 126 11 1 ¥ ¥ ¥
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e Molecule 16 is a protein called 30S ribosomal protein S17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
16 AQ 80 T(;Oéltg l 4?1 11;11 1(1)3 2 0 0 0
16 cQ 80 TéoéltSa l 4?1 11;11 1(1)3 2 0 0 0

e Molecule 17 is a protein called 30S ribosomal protein S18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
17 | AR 55 o~ . 0 0 0
17 | CR 55 o~ . 0 0 0
e Molecule 18 is a protein called 30S ribosomal protein S19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR HEEEE
865 | ™| G s a0 | 0 |0
e Molecule 19 is a protein called 30S ribosomal protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR H N ERE
IEGERF T HERERE
e Molecule 20 is a protein called 30S ribosomal protein S21.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR HEEERE
IR I HEEERE

e Molecule 21 is a RNA chain called 16S rRNA.




Page 13 wwPDB X-ray Structure Validation Summary Report 4V6D
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
21 AA 1533 32895 14671 6036 10655 1533 0 0 0
e Molecule 22 is a RNA chain called P-site tRNA ASL fragment.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 AV 17 360 161 64 118 17 0 0 0
Total C N O P
22 Cv 17 360 161 64 118 17 0 0 0
e Molecule 23 is a RNA chain called messenger RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
23 AW 0 125 56 18 45 6 0 0 0
Total C N O P
23 CW 0 125 56 18 45 6 0 0 0
e Molecule 24 is a RNA chain called 23S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
24 BA 2854 61274 27334 11279 19807 2854 0 0 0
Total C N @) P
24 DA 2841 60995 27210 11229 19715 2841 0 0 0
e Molecule 25 is a RNA chain called 5S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
25 BB 118 2529 1126 464 821 118 0 0 0
e Molecule 26 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 | BC 271 2082 1288 423 364 7 0 0 0
Total C N O S
26 | DC 271 2082 1288 423 364 7 0 0 0

e Molecule 27 is a protein called 50S ribosomal protein L3.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 BD 209 1565 979 288 294 4 0 0 0
Total C N O S
21 bD 209 1565 979 288 294 4 0 0 0
e Molecule 28 is a protein called 50S ribosomal protein 14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 BE 201 1552 974 283 290 5 0 0 0
Total C N O S
28 DE 201 1552 974 283 290 5 0 0 0
e Molecule 29 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 BF 1 1410 899 249 256 6 0 0 0
Total C N O S
29 DF 178 1420 905 251 258 6 0 0 0
e Molecule 30 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 BG 176 1323 832 243 246 2 0 0 0
Total C N O S
30 DG 176 1323 832 243 246 2 0 0 0
e Molecule 31 is a protein called 50S ribosomal protein L9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 BH 149 1111 699 197 214 1 0 0 0
Total C N O S
31 DH 149 1111 699 197 214 1 0 0 0
e Molecule 32 is a protein called 50S ribosomal protein L11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 Bl 141 1032 651 179 196 6 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

32 DI 141 ?8?;;1 6?1 11;19 1(9)6 2 0 0 0
e Molecule 33 is a protein called 50S ribosomal protein L13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
33 BJ 142 1;(;;&91 7(134 21112 189 ésl 0 0 0
33 bJ 142 ?itQaQI 7(114 21112 1(39 ZSL 0 0 0

e Molecule 34 is a protein called 50S ribosomal protein L14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
34 BR 122 go?f; 1 537 112\310 1((?5 E 0 0 0
34 DK 122 go?fg 1 537 118\310 1((?5 2 0 0 0

e Molecule 35 is a protein called 50S ribosomal protein L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 BL 143 111(())15111 6;39 21(\)16 1(;9 ? 0 0 0
35 bL 143 1118151?;1 65139 21(\)16 1(;9 ? 0 0 0

e Molecule 36 is a protein called 50S ribosomal protein L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
56 BM 136 ?8;11 6(836 21(\315 1C7)7 2 0 0 0
36| DM 136 | 00 g6 s 177 6 0 0 0

e Molecule 37 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
37 BN 120 TS;OGtgl 533 11;16 1(6)6 ? ¥ ¥ 0
37 bR 120 goﬁtgl 5(933 11;16 1(6)6 ? 0 0 ¥
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e Molecule 38 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
38 BO 116 T809t§Ll 5?2 11;18 1(6?2 0 0 0
38 bo 116 20;231 5?2 11;18 1%)2 0 0 0

e Molecule 39 is a protein called 50S ribosomal protein L.19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
39 BP 14 golt?l 5§4 11;19 1((?3 ? 0 0 0
39 bp 14 T901t;Ll 5C714 11;19 1((?3 ? 0 0 0

e Molecule 40 is a protein called 50S ribosomal protein L20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
40 BQ 17 goélt?l 6(034 11;)]2 1?1 0 0 0
40 bQ 17 T904t;Ll 634 11:9]2 1C5)1 0 0 0

e Molecule 41 is a protein called 50S ribosomal protein L21.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L I I T R L
ol L I I T R R
e Molecule 42 is a protein called 50S ribosomal protein L22.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 B3 110 EO;?I 5(??2 1125]6 1(5)6 2 0 0 0
12 DS 110 EO;?I 5(?32 11(\316 1(5)6 2 0 0 0

e Molecule 43 is a protein called 50S ribosomal protein L23.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 BT 93 738 466 139 131 2 0 0 0
Total C N O S
43 DT 93 738 466 139 131 2 0 0 0
e Molecule 44 is a protein called 50S ribosomal protein [.24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
441 BU 102 779 492 146 141 0 0 0
Total C N O
441 DU 102 779 492 146 141 0 0 0
e Molecule 45 is a protein called 50S ribosomal protein L25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 BV s 753 479 137 134 3 0 0 0
Total C N O S
15 bV s 753 479 137 134 3 0 0 0
e Molecule 46 is a protein called 50S ribosomal protein L27.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
46 | BW 7 506 367 120 108 1 0 0 0
Total C N O S
46 | DW 7 506 367 120 108 1 0 0 0
e Molecule 47 is a protein called 50S ribosomal protein L28.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
47 BX v 625 388 129 106 2 0 0 0
Total C N O S
47 bX v 625 388 129 106 2 0 0 0
e Molecule 48 is a protein called 50S ribosomal protein L.29.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 BY 63 509 313 99 95 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
48 | DY 63 Tl N S 0 0 0
e Molecule 49 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
e Molecule 50 is a protein called 50S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
50 | BO 56 1}521 259 é)i g()) f 0 0 0
50 | DO 56 1}52‘1 2(639 912 g()) f 0 0 0

e Molecule 51 is a protein called 50S ribosomal protein L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
51 | Bl 50 nggl 2(633 55 ;)1 0 0 0
51 | D1 50 1}531 2(633 ;\15 ;)1 0 0 0

e Molecule 52 is a protein called 50S ribosomal protein L34.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
52 | B2 46 T?)O;,?l 2(238 é\é ?7 g 0 0 0
2 D2 16 s o0 1 0 0 0

e Molecule 53 is a protein called 50S ribosomal protein L35.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
8 | B3 64 S0 s 105 71 2 ! 0 0
8 D3 64 1 s 105 71 2 0 0 0
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e Molecule 54 is a protein called 50S ribosomal protein L36.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
b4 B4 38 302 185 65 48 4 0 0 0
Total C N O S
b4 D4 38 302 185 65 48 4 0 0 0
e Molecule 55 is a RNA chain called 16S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
55 | CA 1930 | 39931 14642 6024 10635 1530 0 0 0
e Molecule 56 is a RNA chain called 5S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
56 | DB 117 2507 1116 459 815 117 0 0 0

e Molecule 57 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
57 | BB 4 Total - Mg 0 0
4 4
Total Mg
57 BA 136 136 136 0 0
Total Mg
57 CA 42 49 49 0 0
57 | DI | Toltal N{g 0 0
57 | BD | Toltal N{g 0 0
Total Mg
57 AA 43 43 13 0 0
Total Mg
57 DA 134 134 134 0 0
57 | DC | Toltal hgg 0 0
57 | DB 1 Toltal N{g 0 0

e Molecule 58 is ZINC ION (three-letter code: ZN) (formula: Zn).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

58 B4 1 Total Zn 0 0
1 1

58 | D4 | Total Zn 0 0
1 1

e Molecule 59 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf

50 | AR | Toltal (1) 0 0
Total O

59 AL 3 3 3 0 0
Total O

59 AN 5 5 5 0 0

50 | AT 3 Total O 0 0
3 3

5 | AU | Toltal ? 0 0
Total O

59 AA 195 195 195 0 0
Total O

59 BA 615 615 615 0 0
Total O

59 BB 19 19 19 0 0
Total O

59 BC 7 . . 0 0
Total O

59 BD 2 9 9 0 0

59 | BE 1 Total - O 0 0
1 1
Total O

59 BL 4 4 4 0 0
Total O

59 BN 2 9 9 0 0

59 | BQ 1 Toltal (1) 0 0

59 | BT 1 Total - O 0 0
1 1

50 | BV | Total O 0 0
1 1
Total O

59 B2 2 9 9 0 0
Total O

59 B3 3 5 5 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
59 B4 2 9 9 0 0
Total O
59 CE 3 5 5 0 0
5 | CI | Total - O 0 0
1 1
5 | CL | Total - O 0 0
1 1
Total O
59 CN 2 5 5 0 0
Total O
59 CT 2 9 9 0 0
Total O
59 CU 2 9 9 0 0
Total O
59 CA 196 196 196 0 0
Total O
59 DC 14 14 14 0 0
Total O
59 DD 4 4 4 0 0
Total O
59 DE 2 9 9 0 0
Total O
59 DJ 3 3 3 0 0
Total O
59 DL 5 5 5 0 0
Total O
59 DN 2 9 9 0 0
Total O
59 DT 2 9 9 0 0
5 | DU | Total O 0 0
1 1
5 | DV | Toltal (1) 0 0
59 D2 1 Total = O 0 0
1 1
59 D3 1 Total - O 0 0
1 1
Total O
59 D4 5 5 5 0 0
Total O
59 DA 598 598 593 0 0

Continued on next page...



Page 22

wwPDB X-ray Structure Validation Summary Report

4V6D

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
59 DB 4 4 4 0 0
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a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry and electron density.
Residues are color-coded according to the number of geometric quality criteria for which they

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

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

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
sample, but not in the model, are shown in grey.

3 Residue-property plots (i)

e Molecule 1: 30S ribosomal protein S2

Page 23
Chain AB:

—
™
9

® LTi

()
o w0
[N
=X

~
=
==

00000000
<+
-
==

e
o
=
X

e %ETT

zcerd

e Vil
€210
(441

@ 0T1Is

10%

13%

56%

20%
20%

e Molecule 1: 30S ribosomal protein S2

Chain CB:

0%I

8EH

® 98X
® SEN

L

8¢d
LTA

sed

€N

8
&

000000
©
—
=

-
-
<

«Q
=

. 12%

10%

44%
RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe

33%

2%

e Molecule 2: 30S ribosomal protein S3
Chain AC: ™


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

wwPDB X-ray Structure Validation Summary Report 4V6D

Page 24

¥SI

2ss
TSA

6%V

LYV

& 0 © 2 — O 0
mmmm g & < <
n AKX > =

-
o
=

Lea

oy
Sl

e€ey
ccd

SETY

EETN

TETH

6214
8CTH

S2TY
vera
€211
[441:]
1e18
0CTL

8118

STTA

ETTA

T11a

z6d

LoTev
06A
68A

-
184
981
S8)

[ wea
€8A
28a
8.4

Lo

9.1
SLA
LI

1.4

69L

89H

L

20cd
00ZM
8614

LBTA
961D

3

T6TL

€8TA

18TI

Y9TL
€914

T9TI

6STV

9GT1
SSTH

VTN
SYIY

[a4%°

LETA

308 ribosomal protein S3

e Molecule 2

2%

12%

11%

45%

32%

Chain CC

298

pAsics
98I
SSA
91
€94

8%

971

15729
o%d
6€d
8EA
LeX
9€4

veS

zel
TEN
0€ea

824

Sl

ccd
Tcn
ozl
61S
8TIN
LIM

STH

<
=
I>

11!
oty

8D

€TTA

111d
0TT1

80Td
LOTH

+

C0TI

00TI

L6d
96A

€61

)
D
IQ

Ll

06A
68A
8834
184
981

v8d

089

~
~
o

9.1
SLA

T4

89H

T6TL

68TH

S8TL
78IN

1811

9LTL
SLTH

TL79

6911
8914

o1l

9GT1
@® S§STH

ZSTA

EVTT

8ETY

9ETV

308 ribosomal protein S4

e Molecule 3

14%

56%

27%

5%

Chain AD

o) N 0
) m M
o AT

S99
12528
€91
[4°L}
798
09A
63934

9G4

- ™
v} 0
> =4

LY1

Svd

9
(0)7:

0eX

0ETN
6CTA

prax
921D

ECTTH

TCTV

6TTH

€61

061
681
88N
184

S8L

4231

6.LY

SLA

cLe

—
~
o

894
L97

L6TH
9673

76TI
€670

T61S
06TT
6810

1814

@® 6.1
® 8.L1d
LLTH

vLIV
€L1Q
CTLIA

8STT

SSTA
7STA

S0T

€0TA
20TT
T0C2d

e Molecule 3

66TI

308 ribosomal protein S4

10%

51%

36%

Chain CD

O

R LDWIDE
PROTEIN DATA BANK

W



4V6D

wwPDB X-ray Structure Validation Summary Report

Page 25

ELN
¢l

04D

894
197
99A

79X

[4°:!
194
09A
6393
8sb

€sd

07T
63
81

hsl Mﬂ‘h’)-
<< a0

921D

YCIA

S0TY

00ZA

86711
L6TH
9674

Y671

308 ribosomal protein S5

e Molecule 4

10%

17%

<
<
I"‘I

51%

47%

20%

Chain AE

® 674
® 8%
AL
9D

@ TN

e 0va
[ ]

LEA

©
[l
IH

e PeEv
@® €€l
ced

0€ed
621

co
N
Iﬂd

92d

ST

€Tl

@® 6TTA

9TTA
ST7d

® <CITV
1114

@ 60TV

@ 801D

88H
L8A

8%
v8A
€8d

194
o909V
So%
94
€90
ooV
o1
09b

308 ribosomal protein S5

e Molecule 4

10%

12%

< 0
0 0
I“'>.

47%

31%

5%

Chain CE

94

(434

090
651

w ©o — o
<I‘<I‘-I-DI-O
= O Mo

D O o <
o < <
ovAd S @

9€L

€EL

1€es

8¢y

-
[N
n X

~
—
=

v11

€6A
6"

L8A
98D

€8d
@ T8H

6.1

LLN

€LA
TLN
TLI

894

o99Y

30S ribosomal protein S6

95TY
SSTH
TSIV

CSTA
TSTH

6%Td
8¥1s

e Molecule 5

26%

.

9%

39%

24%

11%

Chain AF

S94
7oA
€9N
(421

09A

[
8GH
LSY

°
@
0
X

® ISI

® 6V

Ly1
i)
il
iz

il

9eI

0 = O
IIIIN i
B H

[4a%
TTH

© )
— —
= %

€1a
21d
TTH

o
g
I>

84

tc

o000 0
o
I=>. I

00TS
66V
864

Y6H
€63
6L
64
06
68A

~
©
%]

<% 0
0 ©
e

[ X J
[ =00
K ® ©
~ =

O — N mSW O~ ©
[ S S
S HAMERN BB L

308 ribosomal protein S6

e Molecule 5

O

R LDWIDE
PROTEIN DATA BANK

W



4V6D

26%

11%

40%

wwPDB X-ray Structure Validation Summary Report

9%
22%

Page 26
Chain CF

L owen ol su | 591 | | oeov
£9N BLA 9ETH | owev $2TS e 89
e 2o €4 | ogeT €91 [ eEn | e 19

e 19T TLA BETA I zeTd . [ o9b | e 62TV

09A TLL | gev ® TZIN . 894 | sziA

654 < | oud CETL 09V I $9Kk 1TTA

8SH By 694 1€TH I < €Y |9z

L8Y = [ | I S 81TY = 291 STTI

93 79V = 169 LTTT 191 $2TT

[ | 821 958 [ oty | 091 I

. 09V i 1 ST [ esm e

[ ] 92TV . 7118 85T 1219

Z3N S 935S 5210 zsH STTN | lsa 1
18I © 393 | 3eIs | 1 (431} 95d

0sd %99 €211 671 119 9TTY

(5129 [ | ze1d . 8vL oTTY L gy

| s 671 I > 1 60T PITY

L1 | oswL = ® ¢tvk 80TY 184 L ety

9%d 178 6TTT (423 038 [4311

SHU [ | 8TTY [T 693 I
| owhe 578 L1171 oS 8vd
€49 423 LotV $OTA < | oma
42 [ ] STTH f £0TT & e o
I o 6ed | wIIs 9€s - zotM SpI

° S [ ] eI gex 1074 ¥hd SOTL
o 61 ~ 9gs (43| ) |
| eed sex 111D | gen 6e1
o ltH N oTTYd zea 1
9€I £€9 | e0TM 9EV
sex 00TS | eea 80TH 96N sel
I . TeA Loy < | sed | ovev
o I~ OEN 90TV I~ iy 8zI 764 ] €EA
(454 n 621 5078 N < LN | gen 5] zedt
Wil . oo - i Cvom o s z6a - Cer

0EL 36V o= 9zA €071 =) | sed 164 o oex S6H

621 | oweH | L st zotn L = osn L 62s [ wen |

€63 o [z | t0TH o €Ty 681 o 8zs €63

° e 6L = 4 00TH = . ssA ° = 1 z6d

1 A zz1 66V a 18d ° & A 161

41 68A = 1271 861 = oza e 98\ e 67TV = €2y . o063

forct oza L6V 678 e asd -2 680

oz g ets I g I o ek e g i o

1ZH % < 819 % ° o €8l 9TV % ;S 184

| ozo 3 S PALS 64 3 e 9m e 18s 2kt 3 a LT0 . osd

61d £8Y e} Coom I o e 9ud oI IV e 1 S84

8TA = STd = $1a | SYIH = BT %81

LTd v1a T64 S 6LA (445"t [ | esu

[ ] 084d N £1d e 06A N 3 THIH N ey 281

£1a 1 % z11 1 0514 w g ovTA % 1L 189

| zid a8 < 111 18d G o ® 9.8 6£1a N . orT1 o08d

1TH e W1 PR 98 SHTN o 64 o 9 | sera e & 61 6.4
o Ol I © ° I [mw] © o 8 o vl e D= 8a
| < e . o o o5 ommEN  WEEN Mmoo e
LA TLI = €81 1251 = 9T TLA SeT = 91

91 0LA % < SA 1 HIV % (@) e SA TLL BETA % < | &§d sb

it 691 ° 089 £YTI i o0Ld eV ¥a o Wi

728 . 89 e) m ® 6.7 (4451 i) m . e 694 TETL i) m £ | oels

€H 19d = ool 2 = < (4 . oson | = < Lo (23

2 ® 99V = ° e O7IA = 19N 8zTa -~ 15 o T

o q91 ) (@) | esTa ) (@) 993 12TV ° O | oIEW 0LA

R LDWIDE

O
PROTEIN DATA BANK

W

erbDeBe

308 ribosomal protein S8

e Molecule 7



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 27

2%

14%

50%

35%

Chain CH:

8934
199
990
$94

€94
291

091
654

94d

— o o)
0 0 o]
M S 53

0SA
674

L%a

wa

8EA

SE€I
vey
€EA
zen
Te1

6cs
8¢s
Lzd
9CTH

Sy
[
=3

o)
0
>

LV

1S

@ 621V
8CTA
LTTA

SCTI
¥ZrI

1345

STTV

(431
TTTL

€0TA

30S ribosomal protein S9

TOTY
00TI
669

16D

©
I3
B3

©
o
B3

00 Y <
N~ ©Q ©
n = =]

e Molecule 8

0LA
69V

14%

54%

28%

8%

Chain Al

@
0
x

LSA

s
18T
0Sd
670

[
3959
=>ex

-
<
=

@ 6€D
@ 8td

9eb

0
m M
n 4

o
22}
=

8CA
LTI

14)

€D

0T
614
8TA
L14

€18

@ 6214

308 ribosomal protein S9

78D
08H
6.4

L0

€94

e Molecule 8

10%

67%

15%
21%

Chain CI

sed
€ES
1D

0EN
621

[4axs
1214

61T
81Td
L1TT

STTA
4958

4%
T1Td
OTTA
601D
80714
LOTYV
e 901a

70Tl
€0TA
2oTd

663
864
L1671

e Molecule 9

914

veid
€2TY

308 ribosomal protein S10

5%

21%

42%

— < o [ <
@ @ SR R
< M A 3 A e

30%

%
i

Chain AJ

L

191
994
S9&
790
€9d

09a
6393

9GH

TSA

o
0
=

8vd

© N~ O O
[AEXE RS
s E e

44

[4an

L11
914
STH
y1a

07T

e Molecule 9

81

1018
0071

86A

96A

Tea

98Y

308 ribosomal protein S10

78A

T84
081

8.4
LLA

cL
TLT

5%

15%

61%

16%
17%

Chain CJ

oex
62y
8CL

4458

[4an
1144

61d
811
L11
914

v1d
€14

011

O

R LDWIDE
PROTEIN DATA BANK

W



4V6D

wwPDB X-ray Structure Validation Summary Report

o
~
=%

e Molecule 10: 308 ribosomal protein S11

Page 28

T01S
00TI
660

[
®
o
=

160d

$6D
261

061

98V
s8a

€81

LLA
® 9.I

€90a

9%

8%

47%

35%

12%

Chain AK:

E€LA

690

SOV

€90

88d

® S8A

€8A

o
0
5]

o
0
=

e Molecule 10: 308 ribosomal protein S11

Pk

9%

16%

45%
.I

30%

9%

Chain CK:

¥ss

1

6EN

® 9gY

el

™
™
H

Do
N ® o
BoH S

8CN

©
N
12

<
N
<

[N )
o
—
=

918

jadsl

{45

1274

STTA
445
€2Td

€64

68D

189

S8A

€8A
® ¢8d

08N

9LK

23

TLY

690
894

b

e Molecule 11: 30S ribosomal protein S12

16%

44%

36%

3%

Chain AL: -

9EA

VEL

zen
T€D
ogyd
623

e Molecule 11: 30S ribosomal protein S12

Led

vcd

T2d

LTH

-

jax!

&+ w ©
=2 o4

]
e

90TA

€01D
cota
TOTT
00TV

864

S6H

98A
S84

18I
0871

LLS

TLN

694

2%

Chain CL: =

17%

46%

35%

~ oo
-'\I"
12} -

CTLN
199
991
S9A

€91

~ O M0 © N
< L gL LBL L
<< N> = = B

SPN

<
<
I|||I &

Tvd

9EA
Sed

£€0

€D

e Molecule 12: 30S ribosomal protein S13

624

Lcd
{44 4
Ted
0ozZA
81s

STA

LA

TN

121d

6114
8TTA

9TTA
STTH
v118
€TTY
(4934
TTT0
(958
6074

90TA

7018

864
L6A
961

6k
£64

16D

681
880
1834
98A

€80
(418

081

8%

49%

38%

11%

Chain AM:

D E

O

R L DWI
PROTEIN DATA BANK

W



4V6D

wwPDB X-ray Structure Validation Summary Report

Page 29

L

S93
7oA

19X

6SA
894

96y

n
[}
)

€4a

180

i

LY1
ova

vI
i

wa
(072

®
I
H

o
®
H

el

49N

(40N
121

6T.L
811

N < w0 ©

~
©
IQ

684

189

S84

281

08I
6.1

LI

ﬁ_l_
s
Im

© O
© Q9
=

e Molecule 12: 308 ribosomal protein S13

16%

57%

20%

8%

Chain CM:

S7S
ev
(47
va

8EL

9EV

€eT

1€V

8cd

STH

€2¢D

121

6T.L

LTV
911

-
a

~
=

[re)
o

™
H

e Molecule 13: 30S ribosomal protein S14

4%

Chain AN: .

« 5%

7%

46%

41%

00TM

o) © o
5} o 0
= < n

e Molecule 13: 30S ribosomal protein S14

X

©

S

[52)

-

X

~

[Te}

X

<

N
N
o
—

@)

=

o

o]

=

o

®
-
e
a

®
0o~ 0o
SIS
AN A oE

1573
0%y

00TM
66S
86V
163

C61

e Molecule 14: 30S ribosomal protein S15

%

Chain AO: .

10%

55%

o
<
(3

34%

TvH

8€1

9EN
SEI

co i=3
o 2]
I>I'-'1

©
N
=

oL
€CS

oza

81V

e 91d

€14

-
—
=

© N~ o

)
[

[l
%]

—
©n

884

€84
¢8d
781

(]

LLR
9.4

€La
1.4
697
894
190

S9T

e Molecule 14: 30S ribosomal protein S15

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 30

2%

Chain CO: =

44%

52%

8LL
LLK
9.4

TLA
€La

691

190
991

3

{4k

8GN
194

SS1

€94
[4:t:s

0SH

Lvd

® 88y

e Molecule 15: 308 ribosomal protein S16

99L

€90

ToA
® 09M

16%

LST

feielel

€9a
291
T84

67D
8¥%d

54%

o000 o
1”.

<

<

[ ]
®
e}
P

LN
<
e}
5]

30%
~
=
=

22%
w
B
-9

Chain AP:

[N X ]
o
=
=

e Molecule 15: 308 ribosomal protein S16

LLH

[l o] oM W0 o
©ONKIKNNSNSNS
nAE>E<aHx

16%

52%

29%

12%

Chain CP:

X
n
<
n
X
~
—
X

I~ o

—

n

o

.or—

Q

+—

o

—

Iy

—

z

o

wn

o)

e

o

r (=}

wn =

O N

o

.8

Ne) ~

—

° ..

= c

o <

2 =

=R
<

° (@)

OGN

8vd

9YH
SvA
Y¥H
€71

1328
(AN

3

9€4d
SEX

€EX
[4%
Ted
OEH

8CA

ract
1
eey
{44\

@ 61Is
8T}

[ ]
<
-
a

® €IS

< © N~
=] = oA

e Molecule 16: 308 ribosomal protein S17

8LA

eE
RS

SLA

n © 0 O o
©0 © © © N~ ~
[SVar] B =

11%

L

5%

11%

48%

37%

Chain CQ:

® VSI

0SN

8¥%d
L[]

9%H

YvH

e TVl
(AN

8

SEN
vED

Cer

124

efact
I
® €Ty

TZA

8T
14
9T

] oL

I

e Molecule 17: 30S ribosomal protein S18

18V

LLA

SLA
e V.1

TLM
TLS

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 31

9%

27%

49%

21%

Chain AR:

[
~
=

e Molecule 17: 30S ribosomal protein S18

T.Q

694
89d

991
S98

27%

8%

36%

o
1)
=

29%

11%

Chain CR:

S€S

8C1

9Ty

vea

CTA

e Molecule 18: 30S ribosomal protein S19

14%

8%

45%

34%

14%

Chain AS:

6934
® 89H

k

® €90
2oL

094

LSA
9GH
SSb

€99
TSN
TSH
0SA

e 8Vl

91

vvI
€V

6€1
@® 8tel

ogd
ey
eS

e Molecule 18: 30S ribosomal protein S19

17%

14%

13%

45%

28%

Chain CS:

794

3

® 094

LSA
9SH

€90

TSH
0SA
67V

3

S¥D
428

(4741

6€1
8EL

® 9gY
SEY

EEM

0€1

()
<) <
S 3=58
X n XX

8TA
L1Y

ST1
v11
E€TH

® 084
® 66L&

L4
9LL

e Molecule 19: 308 ribosomal protein S20

11%

53%

33%

Chain AT:

0L}

8934

991
€934
09b
LSA
98I
SG6d

vsb
€SN

SYY

ogd

acs

8Ty

9TV

98Y

e Molecule 19: 30S ribosomal protein S20

783

281

o o
N~ ®©
qu

8.7

€4
LY

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 32

9%

10%

40%

< w0 ~ o M
o m ] <
f>>‘l<1c‘=‘

47%

Chain CT

N
IZI

S0

[4skc

0S4

© ]
Y A
I<I&I

<
<
<

6L
82

€24

Tev
0ZN

8T
114

v

2!

o
0 ©
=X

e Molecule 20

180

308 ribosomal protein S21

28%

17%

37%

17%

N M n
— =
A > =

8%

Chain AU

914

°
QN O 9
@ oE =

®
[
H

308 ribosomal protein S21

e Molecule 20

X

@

N

.

X

o

N

kS

[Tel

N

X

o

[N
%
o
—

)

o=

o]

@)

eva

ool =
" <
A A

n ©
m M
[l

62y

® /TA

ey
42

{4

0cyH

814

914

3¢}
—
=

—
—
[

01d

€1

: 16S rRNA

e Molecule 21

16%

18%

47%

19%

Chain AA

®
©
O

[
)
<

©
re)
O

< N~
3
o o

o
)
<

w ©
& &
(LIRS

D © I~
M M m
BO D

o
o
=}

© N~ ©
ISR
< U <

[N
N
T O

14

110

921D
STIn

€270

0CTV

811N

vrin
€11
(435

£6en

s8n
78n

08y

69D
89D

831D

vSin
€910

TSIV
0570

8¥1D
LY1D

44

62TV

PA ]
982N
SSG2H

6¥ven

60zn
8020

902D

%02d
€02

102D

S6TV

£ecen

00€Y
662D
862V
62D

€62D
262D
1620

88eY
1820
982D
982D
%820
€820

0820

8.TH

TLEY

67EV

450
Scev
vced

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 33

TovY
09%V
6SPY

9SPY
SSPD

0S¥D
677D
8vvY

{47474
15444

6EVN
8e¥vN
LEVN
9€VD
SEVY

L2vn
il 7418

{4474}
4718

L1¥D
9T¥D
STHV

ETHD

135414

807V
L0%0

g

v0¥D

00%D
66€D

S6€0
76€D

L0SD

S0SD

€050
oSy
T0SD

667V
367V

76%D
e67Y

687D
887D

6ESY
8€5D
LEGD

SESY
vesn
E£ESY

TESN
0€SH

LTSH

S50
%2sd

cson

679V
879V

979D
S%9D

981D
S8.LD

€8.L0
8LV
8LV

LLLY
9LLD

8¥%.LD
LYLY

YELD

TELO
TeLd

8CLY
L2LD

STLD

€TL0

0Z.Ld
6T.LD
8TLY
1.0

098Y
658D
858D

8980
198D

S98V
798V

798D

£66D
ze6n
T660

886D
186D
9860

€86V

1

6,60
3.6V

S.L6V
vLev
€169

TL6D
0,60

s96n

T€6D

626D
826D
126D

67010
8%0TD
L%0TD
Y01V
S70T0
¥vo1v
£70TD

901D
0v0Tn
6E0TD

LEOTD
9E0TY
SEOTY
7€01D

0€0TN
62070
820TD

S20Tn
201D
€20TN
[44ua
1201V
0Z0TH

8T0TH
L1070
9107V
STOTD
P01V
€T0TD

0T0TN

1425

61110
81110

STTT0
Y1110

80TTH

90TTH
SOTTY
%0119

TOTTY
00TTD
660TD
86010
L6010
96070

16010
06070

98010

801D
€80T0
80TV
T80TV
080TV
6.L0TD
8.0TN

9,070

S8TTH

€8770
811D
18110
08TTY
6LTTV
8LTTD

9LTTY
SLTTD
¥LT1D
€LTTN
CLTTD
TLITY
0LTTY

99T1D
S9TTA

€9TTV
29110

6STTN

LSTTY

SGTTY
YaTTD
€911
CSTTV
TSTIV
0STTV
67110
8v11n
LY110
ovITY
SYITV

€YTID
(47435

6ETTD

9ETTD
SETTN

€ETTD
CETTO

62110
82110

921N

6%CT0
8¥CTV
LyTin

(4445

ovzIn
6ECTY
8ECTY
LETTD
9€TTY

YETTO
€ETTD
[434 51

0ECTO

E€ICTY

TN
01210
60210
80CTD
L0TTH
902TH

v0CTVY
€0CTD

66TTN
86TTD
LBTTY

1

€6TTD
CT6TTD

68710

L8TTD
98TTD

Y1€T0
€1€TN
Nﬁmﬁo
60€TD
80€TN
LOETN
90€TY
SOETH
Y0ETD

COETD
TOETN

SLETY
VLETY
€LETD
CTLETN

0LETD

YEETD
EEETY
CEETY
TEETD
0EETN
6C2ETY

8TETY
LTETD
9TETD
STETN

9EVIN
SEVID

EEVIV
CEVTD
TEVIV
0EVTY

8TYTIV

9CHTD

(1544 4
60%TD
80% TV
L0%TD
90%1TN
S0%1D

€0%10
(4%
TOVTD
00%TD

LBETO

CBETD
T6ETN
06€TN
68ETD

L8ETD
98€TH

S8ETH

6LETD
8LETD

RLDWIDE

PROTEIN DATA BANK

0O

(¢

W



4V6D

8210 €929

—
©
N
o

LS50 SCTV 092D

6TV | eszy

€610 LS2D

€CTD
75D

—
6%
——
6%
17%
17%
18% .
© N~ o
SRS
<O O

199 06TV 21
0sn 6819 €920
[ ewv | 1119 8819 (4143}
8%9 911D 1
1% I 810
L oomm €810
i) €110 z8TY 82D
(431 18TV 152D

011D
6010
ovn 801D 9LTV

59%
53%
22%
| I
o
: B l
<<

70TV

201N .10 8€TD

© O
[ ]
<O
© O O [l
© © ~ ~
o —
(SR =} <<
© N~ [
m M 1]
[a ] N
OO O

[4>0)

wwPDB X-ray Structure Validation Summary Report

19TV
= = 160 160 Coom
Q Q ° ° 0gd 960 591y
> S
=) g @ ] 620 g6V
v6v
- - < 929 TOTY
%2310 | gen 09TV
£25TD — — 529 060 | esTo
2esTn ep! P! < < | gzo | 68Y 837N
12510 < < Z, >z, 22D 88D 1810
02310 < < e e T2V 95TV
| ersty | = = < 020 mm:q [2441
S = = < 6TV
< I I 1910
D,.m W” mm anb MO M I €8y 0510
1519 ® mEEn o D D — 910 G2
7181 e 42 Pt 195 0 8p1In
£TSTV ‘0 0 i) N xn 7p) 119 1710
b} S O X
Z19T0 D_u. [ | D_1 G m 5 m o RS VTV
11819 eV w9 o\ 1 I 1120
0TSTD & /o- 18Y & 8 %0 @ @ X 11D
I R o - ke
2097V o\ N 6£0 S\ . I\ . =
SHHIN ) .. €0 o] - ey ) Q W Q ‘s
— —_ — — —
agait = > | een = P LEV = W = = <
3 2 < z€0 S @) 9en 2 << e m 2 O e 2 an)
18D sev an an
o .|O. m 0€d ,|O. m | ve0 .|O. m w0 .|Q m w0 .|Q m £0TV
20 M oo} 629 M < gen M < €9 M < €9 M oo} | zoen
< 657TD 70510 = 820 = -~ e -~ zn = I 1020
[al} 8EvTD 005V ° O ozl e O o ° @) v ° O v ° O [ ooz |

D E

SPDB

0O
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 35

L2€D

ozey

$62D

€620

06zn
682D

182D

€82H

(kA

¥6€0

I
i

i

TYEY

T9%D

8S¥D
LSPY

oisia g
[4ci0)

2374708

(47470

€EVD

0ERY
62y

TSy
12S0

6150
815D

1180

oSy
TOSV

6670
867D

96%D
S6%D
67D
£67D

067D

8LYV
LLYY

08S0
6.5D
8.5D

%930

2950

0950
655D
855N

S7Sn

195V

6€9D
8ESY

9€39D
S99
€SN

92SsV

€250

TS99

7oV
€YV

0%90
6E9N

9€9D
S€9D

TE9Y
TEV
0€9D

929V
G299

619D
819D

§85D

LT.LD

€T.LD

0T.L0
60.L0

L0LD
90LY
S0LY

€040
zoLn

669V

169D
969D

769N
€69V
2690
T690

9,9V

€190

990

1

0990
659D
859N

TOLY
091D

9G.LY
SS.0

TSLY

S¥.LD
vvLin
eV.LY

7.0

9€.LD
SELY
YELY

CELD

LEBD

S€8D
ve8D
€E8Y
2e8N

828N

9z8Nn

128V

818D
L180

7180
€180

i
3

or8n
608D
808D
1080

96.0

26.LY

181D
98.LD

08.D

8L.LD

8680
1680
968V

7680
€680

€88
2889

® 088D
6,89

LL8V
9180
S.8D
.89

0480
698D

998D
798D
€98Y

L5889
9689

€980
258N

0980

096V

56D
€569

1860
0569

876D

176V

6E6D

9€6Y
SE6D

0€6D

Lzev
9269

¥zed
€269

1260
0zZ6Y

816V
L16Y

106D

706D

106D

8701

900TD
S00TD
001N

2001
TOOTV
0001V

2860
186V

6.6V
8169

696D

Loen

6L0TD
8L0TN
LLOTY
9L0TD

6E0TY

LEOTD

2TEOTY
TEO0TD

435
€CTTO
[443%)

[4a%)
6TTTN
8TT1D

STT1D

80TTN

LOTTD
90TTD
S0TTN
v0TTO
€0TTY
Nomﬂo

660TD

L6010
9601V

S60TV
@® €601D
26010

0601V

(4545

L0TT0

06TTD
6811V

L8TTD

® S.LITV

CST10
TSTTV
0STTO
6%TTD

8.Z10

SLTTY

6921V

SETTD

62210
82CT1D
221D

raq 5

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 36

96219

78CTV

z8T1IN

08219
6.21D

L0¥1D
2071

o

€6ETY

9LETD

YLETD
ELETY
cLeTn
TLETD

69€TD

9S€ETD

LYETY

69%TV
89710

99%TN
S9%1D
Y910
€9%10

LSPT0

¥Sv10

0S%1D

8¥¥1D
LYY1D
IYVID
SYv1D
14445
mvmab
ovyIn
6EVTV
8EVTIN

9EVTD

YEVIV
EEVIY

TEVTY
0EVTD

9TV 1D
SCTYTD
17445
€TY1ID
(4445
11445

8I¥1D

L¥STO
951D

€7STH

T¥S10

CESTY

3

8CSTV

925810
SCSTV
¥2s1d
€SN
[44)a

9TSTH

LOSTD
90STN

COSTY
TOSTD
00STH

€671
671D

681D

98%1N

€191D

0T9TV
6097V

S09TD

0091D
66510

LBSTY
96STV

26STO
88S9TD

L8STH
98STV

28STD

08STY
6LSTY
8.S1N
LLSTD
9.S10

CTLSTY
TLSTV
0LSTV

L9STD

%9310

951N
T9S1D

08911

8L9TV

9,91V

€L9TD
CTLITY

S99TY

€991D

T991D
0991H

89910
L5910
96910

2891V

0891V
6791D

Y91V

|

LEITY

€E9TH

T€91D
0€9TY

82919

9TITY

vcotn
mmmﬂu
619TD
8191V

cvLIn
1524
0%.LTD

LELTD
9€LTN
SELTY
YELTD

LTL1D
9TLID
sgLINn
YCLID

cT.LIN
TTLTY
0TL1D
60410
80410

SOLTY

C0LTD

8691V

0691V

8891N
18919

1

LL.T0
9LLTD

YLLID

|

0LL1D

89LTD

79L1D
€9.TD
CTILTY

9GLTD
SGLTY
YSLIY
€8L1D
TSL1D
TSLT0
0S.TD
6VLIV
8¥.L1D
PAZAS
VLIV
SYLTV
YvLIY
E€VLTD

29819 9z61N

2610
€610
(4415

L1610

T16T0

|

L0619

S061D
061D
€06TD
Z06TD

6681V

DO AN
[r e g o]
00 00 00 0O mmm
o
< <O

vZ81d

0z81Nn
6181V

0002
66610

76610

28670

LL6TY

€L61D

0961V
6561D
85610

€561V
Nmmﬁ<

8%61D

7v610

ov61n
6E6TN

6502V
8502V

€502

6%02D

L%02D
9%02D
S¥02D
¥%02D

cvoTy
19020

6€£020

8102

91020
ST0CY

w0z |
€10y
A1)
10z
0T0zD
6002V
80020

[ ]
@ 08120
°

sotzn

€072

0072
66020

1602V
96020
S60CY

® €812d

880CV
18029
98020

2802V

080TV

[
o)
™
-~
I
=

£L02D

99020
$902D

9¥ced
sveen

€2TTH

61een
8122

96120
S612N

€612D

1612V

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4V6D

wwPDB X-ray Structure Validation Summary Report

Page 37

90€TD

70€TD

TOETD
00€2D

8622V

44

z6cTen
T6cTn
0622
68CCD

v8CCY

i
L

11144 4
08229
6.22D
8.Leey
k44

j2X44

cLzen

¥922d
€922D
z9zen
19220
09220

852D
Lszen
95¢Td

1822H

LLETY

cLezn

L

L9€TD
99€TY

€9€TD
C9€TO
T9ETH

8SETY

95€en
SS9€2D

€5€TD
cseTy
TSETH

oveTy

vveen

oveey
6EETD

veean

TEETH
0€EETD
62€2N

9CETO
GTETD

8T€TD
Lieey
91€TD
STETD

€T€TO

® TT€ETV
o

EEVTY

[4%5%444

{4474

B4

(4749
61¥2Nn
8T¥CY
L1%20
91¥%20
ST¥CH
14574
€T¥TH
(4574
125741

00%ZH
66€TH

LBETD

o6een

96%20

¥8¥CH

[4iza )
18%2H
08%20

8.L¥CY
L.v2n

S.%20

eLven
Ly
TLYCY
0L%2D
69¥CY
89¥CY

99¥%20
S9%20

S¥¥Th
Yvved
€¥¥20

vosey
£€952n
z9sen

09sey
65520
85520

9G520
§552n

€992

Lgsen
9€5CH

veasey
£eszen
(4143
Tesey
0€STY

i
3

1LTSTO

§TSTd
(414

S§192D

07520
6052
8052

9052n

82920
1292
9292d
ST9TD

€292

61920

90920

0092V

8692V
16929
9692Nn

£6920
(43143
16520

6,920

LLSevV

89520

§95eY

892N
98929
G892D

0892n
6.L92Y
8L92D
L1929

§.9¢V
v.,92D

T.,92D

69920
89929
19920
99920

79929

T992H

L8992V

£€5920
18920
05920
6%92D

€%92D

SEITY

€€92D
TEITY

¥5ien
€5.2V

6v.L2Y

LyL2D
9vLen

4 2x4)
ev.Lzn
[472k43)
L2y
0vLTV
6€.L20

0€.L2D
62.2D

TeLey
0gLzn
B6TLTD

11,20

ST.TD

50820
082N

86.20n
Lelen
96.20
S6.20

€6.2D
6.2V

i
L

68.20
88.2D
18.20

98.2D

£8.20

08.2D

v.LL2D
€LL2D
CLLTD

69.20

19.20

v9.LTV
€9.2D

T9.TV

6S.2D

88TV
18820

81820

9.82H
S.820

2.8tV
1,820

£9820
298TH

6582H
85820

€4820
482D

Ly8en
9%82H
svezn
¥¥82d
£78TH
v8TH
982D
07820
6€8TH

LEBTY

[4:3:141

0€82D

S¢8CH
¥z8ed
£28TyV
228TH

81820

20620

23S rRNA

0062V
6682V
86820
L6820
96820
S682D

06829
68820
88820

e Molecule 24

9882V

18%

20%

44%

[}
o}
I<-

16%

2%

Chain DA:

son
YoV

8GD
18D
98V

%90

L%

S7D

0
07N

8EY

[4°10]
€0

620
8cy
Led
92D
sen
j44

81N
L1D
91D

otV
69

LD
oV
SY
o
€n
[43)

€CTH

660

160

S6ev

~
0
=1

z8n
8D
089

8.0
LD

cLn

690
899
90

19TV

6GTD

LSTD

8€TN
LeTN
9ETD
SETN

TETV
0E€TD

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4V6D

wwPDB X-ray Structure Validation Summary Report

Page 38

8¥TH
LvTd

ceeTn

682D
882N
182D

€82D

1820

6.2V
8.2V
712D

9lzn
c1ed §.20

L
b

€92
29ey

092D
652D

ista
¥52H
€520

{47344

oveY

8€ED

CEEY

8zeN

(454
TE7N

6CVY
8CHY

9¢%0

0T%D
607D
80%D

£07Nn
covY
TPV
00%D

v6€0
£6€0

18€N

28ev
18€D

6.L€D
8.L€D

9.L€D

86¥%D
LBYY

¥6vD
£6%D

S8%0

8LYV
LLYY

8G¥D
LSVV

[4ci0]
1670

8vvN
LY9Y

(0)74740]
6EVY

LEVO

7950

29sn

0950
655D

808V

619D

T09D
009D

$690
v6sn
£680

€69V

1690

899V

S99n
799D

T99V

699D
839N

2590

0590
679D

090

9€9D
S€90
7€90

TEV

8299

95.LY
SS.L0

0S.LY

9v.L0

evLY
YLV

608D
808D

708V

66.D

L6.LD

181D
98L0

T8LV
08.LD
6.L.L0

YLD

*

69.0
89.LD

TOLV
09.D

9,80

.80
€180

T.80

698D
3980

158D

G580

€980
zs8n
1580
0ssn
678V

7v8y

cvsn

256D

6%6D
8¥60

EV6V

0¥%6D

Scev
vced
€269

1260
(44

716D

T16V

606V
8060
069D

706D
€060

8680

L00TD
90070
S00TD

7660

2660

S$86D
786V

6.L6Y
816D
1169

TL6D
0Len
696D

956D

756D

6907V

@ L90TV
@ 990Tn

%9010

65019

¥SoT1v
€50TD
2S0T0
TS01D

(405

0v0TY
6E0TY

CEOTY
T€0TD

620TY

LT0TD

9T0TH

vT0o1V

EETTV

€CT1D
[443%)

0ZTT1D
61110

0TTTD

80TTN
LOTTD
90TTH

€0TTY
COTTD

00TTD
660TD
860TV

960TV
@ S60TV

@ €601D
L]

18019

L]
@ L.LOTV

86710
L6T1D
96110
S6TTD

€6TTD
[432%5]
T6TTD
06TTD

88T1IN

€LTIN
@® <CLI1D
® TLIID

69TTV
89TTD
L9TTD
99T1D
SOTTY

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 39

0921V
6SCTD

LSTTD
9521

€SCTY
[4s1a%)
19210
0821H

8%CT1H

VeIV
SYC1D

eveIn
TveTv
o¥zIn
6ETTD

9€TTD
SECTD
veTIN

[4X4 %]
TecIn
0€TTY

paas)
9zTTTV
S2CTH

€2C1D

T2e10
0zeTd
61210

S2ETN
vzerd
€TETD
[4434
TeeTv
0zZeTD
B6TETD
8T€TN
LTETD
9TETN
SGTETD

¢IeTN
TTE€TD
0TETD
60€TD
80ETV
LOETY

COETY
TOETY

662TD

L6210

2621D

881D

S8CTV
¥8C1V
€821
821N
1821H

6.21D

0.210

99219

voCT1V

£8ETV

T8ETD
08ETH
6LETN
8LETY
LLETD
9LETD

vLETD
€LETY
cLemn
TLETD
0LETD

89€TD

S9ETV
79E1D

C9€ETD
TO9ETD
09€TH
6GETY
8GETD
LSETD
9GETD
SGETD
YSETV

[“esewv |
cSeTn
TSETD
0S€TD
67€T0
8VETD

EVETD
TYeTY
T¥ETD
oveTn
6EETD
8EETD
LEETD
9EETV

0EETD

8TETY

8¥¥1D
LYY
9Y¥10
SYPID
14445
EVPIN
cvvin
17710

BEVIV
8EVIN
LEVTD
9EVTD
SEVTD
veVIV
EEVIV
(4545
TEVIV

8TV1D

9ZY1d
SCHID
4445

(4445
11445
0ZHTV
6171V
8TY1D
L1710

STV
14542
ETIVIV

60710
80%1D
LO%TD

SovTA
vov1D
E0VTY
2o%Tn
101D

L6ETN
96€TN
S6ETV
veern
€6ETYV
CTBETY
T6ETN
06ETN
68ETH
88ETD

CI1S10

0TSTD
60STV
80STV
LOSTD
90STN

womﬁ<
TOSTD
00STD

9671V
S671V
2
€6%1D
(4525
16710
@ 0671V
68V1D
88¥1D
18%10
98%1N

v8v 1IN
871D
28%1D
8%1n
08%1D
6.71D

SLPTD
25490
€LVTD

0LYTY
69VTV

L9910
99%1Nn
S9%1D
v9v1D
€971
29%1D
T97 1D

® 6S%1D
8571
LSP10

® ¥S¥1d
€SPV
(45145
TS%10

€LSTD

LSSTO

7SST0
€5STV

TSSTV
0SSTD
6%STY
wwmﬂ<
SPSTY
vPSTY
E€%STD
[474°191

0%S1D

8E€STD

9€STD

vesSTn
€ESTD
CESTY
TESTD
0€STD
62STD

L2STD
92STD
SCSTV

€291
[441a
TCSTD
0zs1n
6TSTD
8TSTD
LISTD
9TSTD
SISTV
Y1STD

S29TD
¥zotn

02919
619TD
8191V
L1910
9T9TV
ST9TD
V19TV
€197

0T9TV

8091V
L09TD
9091D
S09TD
70970

T091D
00910
66STN
86STV
L6STY
96STV
S6STO

C¢6STO
T6STV
06STY

88STH
L8STH
9881V
S8S1D
831N
€831V
28STO
T8S1D
08STV
6LSTY
8.STN
LLSTO
9,510

YLSTO

€69T0

0691V
6891V

18919
989TD
98910
891D
£8910

08910
6L9TV
8L9TV
LLOTY
9.L9TV
SL9T0

€L9TD
TLIOTY
T.910
0,910

8991V

99919
S99TV
7991V

991N
T991D

15910
95910

7591V

2991V

0591V

V9.10

CILTY

LSLTY
9G.TD

€GLTD

TS.10
0G.LTD

LyL10
VLIV
SYLTIV
YvLTY
€VLID
cvLIn
15ZA%)
0%LID
6ELTY
8ELTD
LELTD
9€LTN
SELTY

2eLID
® TELTD
0€L1D
62L10
8CTLID

[
9CTLTO
STLINn
YTLID
€TLID
TTLIY
T2L1D
0z.LTNn

8TLTD

9T.L10
STL1D
AZANY

cTLINn

OTLTD
60.70

90410

20LTD
TOLTV

18.70

8LL10
LL.T0
9LLTD
SL.10
YLLTO
ELLTY
CTLLTY

0LLTD
69.10

76810

26810
16819

6881V
888TD

988TN
G88TYV
wwMﬂo
78810
08811
61810
881D

98TV
§.819D
7.810
mnmﬂo
04810
698TD
89810

29819

658TN
8581V

95810
§58TN
7581V
€981V

|

8¥8TV

9%81D

€%81D
(4419

07819

8€8TD
LEBTD

SE8TD

€€8TD
TEBTD
T€81D
0€8TD
6281V

€561V
CS6T1V
TS6T0
0561
67610

0¥610

8E6TV
LEBTY
9€6TV
SE6TD
vE6TD
EE6TD

0€6TD

hmmﬁ<
v261d
€C610
(4415
12610
0Z61D
6161V
8161V
L1610
9161V

71610
E€T6TYV
16TV
TI6T0
Oamﬁc
906T1D
S06TD
7061D
€061
20610
TO6TY
0061V
6681V
86810
L6810
968TD
S68T0

S202D

cgzoen

08619
6L6T0
8L6TYV
LLETY
9,670
SL6TD
v.L61D
€L61D

696TV
89619

961D

09671V

85610

1802

280CV
18020
0802V
6,020
8.L020
L.,0TV

9€0CD

veocn
€€0TV
2€0Td
TeoTy
0€0TY
6202H
8202n
L202H
9202n

® Lty
@ 97120
@ Sv120

[44%4)
912D
0%12D
6€TCN
8ETTH

9€TTH
SETTY
1541

0T12d
@ 60120
80TeY

@ sotren
® %012

86020
L602V
9602D
S60CV

16020
0602V
68020

RLDWIDE

PROTEIN DATA BANK

0O

(¢

W



4V6D

wwPDB X-ray Structure Validation Summary Report

Page 40

6022D

,0TTd
90TTd
So0cey

L

102D

L6720

v6120
€612D

8872n
8720

§8T2n
v8TCY

z8t1en
8120
08T2n
6.12D

9512

vSTCY

TS120
0ST2D

§9zen

gozen
19220

€ecen
2TETTD
rTegen
0€TTH
6ceen
822TH

j4444))

2eeed
Teeed
0zeen
61220

L1282
9122

€1een

CTEETD
TEETH
0€ETD
6zceen
8zeTy
LTETY

G2ETH

veeen
€CTETD

96220

622D
€622
z¢6ecTen
T62C0
06229

98220
441

133144

8.LzTey
1,22

v.Lcey

o6een

T8€TY
08€TD

8LETY

9LeTy
SLETD
v.E2D

cLeen

0.L€2D
69€TY

99€TY
S9€2H

09€TD

(414 4

£veen

TvETH
oveey

29¥ed

4444

(4474

0Z¥%2o

157414

91¥%20
ST¥CD
145%4)
[48743)
(45744

|

18¥2D
98%2D
S8%CD
78¥CHd
€8¥2D
c8vey
T8%2H

S.%2D
v.Lven

0L%2d
69¥CY

L9%2D
99%2D

244

832N

08392Nn

cLsey
T.520

6952
8952N

§99CY
v9gey
€992n
29s92n

69920
89520

§552n

€992
¢ssen
TS8S20
05529

8¥52n

TySev
0¥s2d

3
b

€esen

TESTY
0€STY

8592

€992n

6%92D
8%92D

Y9920

[474143)

0%92D
6E9CY

Lg9zn
9€92D
SE9TY
veoey
€€9CD

82920
L2929
992D
S29TH
4443

ezoen
1292H
0292d
67920
8792
41920

10920
0092V

L1652

€TLTD
2TLTd
TeLey
ozLen
6T.LTD

LTLTD

CT.LTD
TrLeY
0T.LZD

80.4ZH

90.L2V

889¢H
892N
9892H

18920
0892n
6,92V
8L92D

S.9TV
%.92D
€192
2.L9zn
TL92D

899¢H

99920
S99CV
7992
€992
2992V
1992H

6592D

18.T0

S8.T0
¥8L2n
£€8.20

6..20

SL.TD
%.L.20

TLLTD
TLL2D

voLey

T9.LTV
09120
6G.2D

67TV

9v.Lzn

¥v.L2D
e€v.Lan
cv.LTD
TvLTY
07.LTY

8€.LTY
LELTD

S€.L2D
YELTY

CTELTD
T€.L2D

62.LTH

582D
€582
2S8TH

9z8eY
S28TH

18TV

61829

9182H
182D
vi8ey
€182V
218TH

6082V

9082D

L

T082D

® 66.TV

96.20

¥6.20
€6.2D

e Molecule 25

T6.2D

68.20
88.2D

0062V
668CY
86820

88TV

6.8CV

9.82H

T.820
04820
6982D

982N
982D

19820

6582H
85820

53 rRNA

15%

= o
©0 ©
s O

19%

i
L

41%

25%

Chain BB

338
SRR

98D

oSy

6%0 911D
STTV
¥110

o
-
—
O

152]

. oomn L01D
6EY 9019
8€0 mmﬁw

[0 %)
TOTV
007D
= I
cen
T€D 16D
8T0 ey
LTD €60
T6D
mwu
189
0sn
6.9
01d 8.LY
6D .0
80 [ |
1D 0
[ e £V
SN cld
W 1.0

N M
s O

508 ribosomal protein L2

e Molecule 26

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 41

i
i

18%

oo}
Q
IB:I

40%

41%

%
B

Chain BC

3

L

9LA
SLY

TLQ
0LY

994

893
LSH

CSH
T84

671

STN
TIN

L

8

~
)
%]

ved

o
)
=

-
®
A

[2}
N
15

~
9]
P

[se}
3]
=

3

{44
Ted

w O
=
I>>I

STA
YTH

pal D
) o)
< 5]

8L
Ld

9518

7SIV

[4:41)]
TST1D

L¥1d
eian:s
SYIR
A%

CYIN

6ETL

S€Td
VETI

CETY
TETW
0€Td

TT1V

801D
LOTX

[409S

—
o
=
1

o
o
=
=

<
[
A

T8
081

9¢Td

61CA
81CL
L12d

ST1CA

66TH
8674

S6TD
V6T

261D

06T.L

SLT1

€LTT

0LTA

9914
SOTV

*

TOTA

6STL
851D
LSTV

6924

9921

voex
£92d

092y
692N

L9524

S9¢1

£82D

TSl

67CA

50S ribosomal prote

o ©
o 0
N N
2% o

6CCH

e Molecule 26

Lezh

in L2

11%

1o}
0
o

59%

hy ©O I~ o
o0 M M <
5 =2wun (&

29%

5%

Chain DC

S9a

€91
c9d

3

894

CSH
TSY

6L

9D

o < v
& &
IZZZ

-
S
o

L

¥CH
€21

Ted

L]
® 6TA
8TA

*

66TH
@ 8614
L6TY

S6TD
76T
€674

T6T11
06TL
68TV

6STL

GSTY
TSIV

CYIN

PETI
EETN

TETW

0%ZH

8ECTN

9€Cd
secd

TeTd

508 ribosomal protein L3

e Molecule 27

5%

18%

44%

-E

33%

Chain BD

0L%
69V
894

94
€9d
{428
TOL

+

L8V

0SA
67h

LYV

6ed
8¢eN

SEL

Sy
[
=

ZeN

9zA

€ed

128
0ZA

o
D 0
o o

81d

ST4

<
-~
—

€Ty
(43"

01D

™ h’J-OO
o = i

=
=

YETH
EETL

T€1a
0ETD
62TL

L2T4

SCTM

121l
0zTd
6TTV

L1TD

STTD

L6S

S6S

S8Y
781

284
184

3

9.LD

I

cL

1

90TV
S02d

€0CA

66TS

96TV

761d
€6TA

68TA
8811

9811

181d

AR
8LTA

508 ribosomal protein L3

9.1a
SL11
vL18
€LT0
TLIA
TLTL

e Molecule 27

9%

17%

49%

33%

Chain DD

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 42

0L)

894
LOH

€9d
{428

44N

0ZA
61D
81d
L14
9TL
ST4
o I
€1y
CTL

0o1d
6A
83

® 1
€D

€ETL

T€1d
0ETh
62TL

1214

SCTIM

OTTL

301d

SOTH

2otV
® T014
0071

86A

3

81

+

9.Ld
SLV

Ll

E€LA

80231
L0zZA
902V

70TH

@ <20tI
@ 10C1

3

96TV

CTLIA
TLTL

69TH
8914

L]

SGTA
1

2STd
TSTL

67 TN

SIS
i44%]

@® 602V

508 ribosomal protein 14

e Molecule 28

2%

19%

3

43%

37%

Chain BE

25
€LI
cLs

89V

S9L

—
©
=

o
©
I3

8934

+

€GL

183

3

Lvd

Eidd

ovd

SEA

0 N O N M
o N ™ o M
= o ==

oV
scd

L

144

+

vIA
€TL

-
N~ 0 O Bl
A< o <

<+ w0
=

-
=

(444
15490

LETH

SETV
YETT

TETL

3

9CTA

TCTA
0ZTA

8111

435

[A3%]
T11d
0TTS

9013
SOTT
voTV

TOTA
00T

8631
LBN

= o
o)
(=]~

68d

L8Y

81

28D
89
08s

1

26TV

88TH

98TA
S8TA

0811

9.1a

vL1D

® TLIV
TLTQ

69TA
891Q

991X

7911
€9TN
29Td
19TV
09TV
6STT

508 ribosomal protein 14

® LS11

731d

e Molecule 28

¢St
TS1D
0STL
6%TI

S¥1a

13%

55%

30%

8%

Chain DE

(4N
TEA

[ ]
6CH
8CA
121

€T
® <cid
TCTA
0zTA
6111
8111

911a

711
ETTA

T11d
07118

901X
SOTT

® 00T

@
12
x

96A

760

C6H

[
©
a

884

98Y

o)
[
1[“

89

©
~
I3I

©
~
[

<+ 0
[
X wn

[l
~
0

69TA

L9TA

50S ribosomal protein L5

e Molecule 29

15%

15%

41%

42%

Chain BF

0.4

8934

0
o)
a

44

614

9T
ST1

0t1d

<™
= >

[2:8

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 43

TETA
0€TD
6CTI

LTTR

€CTD
ccia

211a

60TY
80Td
LOTA

® S0TI
YOTL

*

0073

864

N~ 0 O
0 0 00
II=< -F IIII

98D
781

T8A

53
3

6.4
8.1
LY

LS

508 ribosomal protein L5

€L1Q
L4

8911

291a

€9TI

2s1a

TST1
0S1D

8YIA

e Molecule 29

9v1a
SYIA

58%

21%

49%

25%

Chain DF

oA

sva

- 0 © ) -
- - o - N
= H = e >~

(] [ ]
w o~

€1

i
<

@ 6114

S6N

€64

o
[
o

~ o
@ 3

18D

[
~
~

YLy
€LA
TLS

893

991
S91
79d

[4:li]

098

LLTY
9L74

e ¥.1d
® €.1d
® CL14
® TLIV

6911
® 8911

9914

v91d

® <CElY

® O0€1d
® 6T
® 8CIS

e Molecule 30

9CTIN
® ST1d

€CTH

1214
0zTs

508 ribosomal protein L6

24%

44%

[
IS
™
s

30%

~
— -
=% =4

%
i

Chain BG:

[
©
o

09D

~
0
>

[
[t
o

LE=ES

671

{47\

o)
0
[=}

©
M
k)

29

3

Sc¢I

€¢I
{44\

~
—
£

0oTA

oV

o
o~
(]

44
€A
(44
1S

81TV

YITH
e11a
CTITA

3

96V
S6v

€64

T6A

180

© Q= o
~ @ |60 60
H 2] R

o
~
1)

L9V
991
S9D

9LTH

€LTV

9974

€9TX
29Td
TOTA
63T

9GTA
SSTd

€5Td

TSTH
0STA
6VTV

PAANY

EVIA

508 ribosomal protein L6

1345
0TI

8T
LETH
9€Ta

e Molecule 30

7ETD
€ETA

0€TI
621

16%

51%

30%

16%

3

Chain DG:

€4d

871

9%
Eid
YvH
547208

0 ©
RS
H X

[NI]
N
= H

1zd

® 9TA
S1d
YIA

0TA

8A
Ld
oV

1S

® S¢id
® ¥2id

1211

611D

9TTT
® SITd
e ¥ITH
€T1a
® CITA
T11d

®

L
S
—
=1

e o o
<
L
II‘: IIII+..||+IIII

o
o)
o

T6A
069

881
180

08a
6LL
8LA

9.1
SLA
YLW

i
1

e Molecule 31

L1
0LT

894
L9V
99L

€90

89TA
L9TA

6STH

LGTH
9GTA

508 ribosomal protein 1.9

vS1d
€9Td

TSTH

8¥TH
® L1l

SYIV

EVIA
[444s]

o1l
6ETA
8ETh

CETT

® 0TI

8CTL
® Lzid

22%

36%

46%

38%

Chain BH

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



Page 44 wwPDB X-ray Structure Validation Summary Report

4V6D

o000 (] (]
® O - MO =) © s Qo Q0 = o o) o
o Sl N ¢l NN < 9 n ©OY ©
(=4 - = © < B =) M= < ~ B s A =
00000000000 0000 0000000000000 0000
by ~ o ~ 0 o e} ©
~ [T} @ o0 o omm— - I3} I}
ool =3 D O — bl — — — ~ ~
H S A 2] © - =l = ~ ©

o o o
o w0 o~
I ]
R
=4 =) A

e Molecule 31: 50S ribosomal protein L9

24%
. gy — ——
Chain DH: 38% 24% 17% .

[ (] o0 o
o O w00 [N © ~ N mmo o O O < N M w0
N < W0 O~ Al — — oN o N N 0 m o0 o < wn © © © ©
o HAaaaA o 1 o - <O < = A < A< B = <
e 00000 O 0000000000000 o000 o000 0O 000000
o 5} w0 o w © N M w0
o n N~ o N oM S [} i (3] o o o o — o NN N
~oS ~ N~ 0 0 00 0 «© o0 o0 - — — — o o -~
[<: I I =4 =] n << 54 12 w0 < QA = << 12} ] - |2
[ X ] [ ] [ ] 000000 [ X J
< ©O N~ o O N~ oo
™ ™M M < < R
] B EE $333
= n [ < X =<
e Molecule 32: 508 ribosomal protein L11
45%
. T — o om
Chain BI: 31% 55% 12% e
00000 00 0000 oo 0000000 e o o [ ] (] e oo
— o w © 0 o — N < N~ N oM ON OO =N MENO N~ 0 D O
N + ~ [} - ~— — - — - o N N o N m oMo Mmommon g S wn 0w Www O
£ = > i o < o = = o A A o - O == MO ML= Y =5 HB >
[ X X X ) 00000000O0OCGOGIOS 00000
N ©0 e}
- © 0 o N < WO~ 0o n 0 N O 0 $ W ~ ~ o
©Q © © © ~ I L (oo} 0 0 O [ ) — - —
~ 129 > = A <> a4 =] T n v =X A £ = <
LN ) [ ] [N X ] [ ]
w MO OO = NMm © N~
N NANANMMMHM N ™ M
— HoH A A A H ~
= NHMBUOH<@E®n O

e Molecule 32: 508 ribosomal protein L11
56%
. e — e
Chain DI: 42% 46% 0% -
000 [ X J 0000000000O0OCGOGOGOGS [ ]
= < A <
® LN N ) [ ] 0000 )
EMEcEEECENEMEES g R E g
[ X ) o0 o000
= 5 S el M2 W
& i B OH

WO RLDWIDE

eP

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 45

508 ribosomal protein L13

e Molecule 33

17%

53%

27%

Chain BJ

99D

9%

65V

181
9SGA

€GA

TSD

6%a

€vd

N~ 0
m M
= o

N
o
l41

@ N
A
- o<

< ©
N [
(3 o

N~

0 0

< &

[443)

61d
8TA
LIA
9TA

d
A

©
<

[yl
=

OETH
6213
8CIN

9TV

£

T2TH
0ZTd

8TTH
LTTY
9114

€T1d
[435)

0T1d
6071

SOTA
7OV

[40)%S

00TA
664
864
L6d

S64

063

[T}
I3
B4

781

o
oo}
S

6.9

LLH
9LH
SLK
VLA
ELA

TLQ
0LL
694
8934

(47498
154548

6ETA
8ETh
LETd

SETD
YETY

CETH

508 ribosomal protein L13

e Molecule 33

2%

10%

54%

34%

Chain DJ

9SA
SGI

+

19D
0SL

23
= A

©
S
(%

15728

o
<
I"":

8€D
Led

ged

-
1]
5]

o
®
IH

€Ty

(4

8TA
LTA

® <T¥iI
wia
(4%

508 ribosomal protein L14

e Molecule 34

25%

48%

24%

Chain BK

193
993
S9L
2L
€9A
(47N

—
©
I>

633

LSA

CSA

LY1

Sva

€71

15728

6€1

9€D

ved

0gY

8¢s

0Zi

o
2
->

508 ribosomal protein L.14

1S

z1a
TV
oTA

6N

LW

va

e Molecule 34

W

(4498
Terd
0z1d

L118
9111
STTI

ETTH
cTTd

60TS
80TY

90T

Y01l
0014
661
864

S61

<
o
A

(4

N~ o
© )
= =

S8A
€8y
6.4
8.4

LLI
9LA

0.4

89D

24%

48%

27%

o
o o
- =
a =

2%
B

Chain DK

+
2

9%

LYI
vV

[T}
4
fm

(072}

®
®
I
H

© N~
oM m
IOQ

i
o0
o

eey
(499

®
3]
4

120

o
]
=

o o0
- =

- o <
=H [

® <TTIA
121d

8TT1

9171
STTI
TITA

[q%s

(A
60TS
80TY

2¢otd
T0TD

661
864
L6L

¥6d

zced

3

508 ribosomal protein L15

88N
181
981
S8A

08a

LLT
9LA

¥.LD
€La

e Molecule 35

0.4

16%

48%

33%

%
B

Chain BL

D E

W

O R L

gPDB
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 46

(2]
Iﬂ

TLY

©
©
wn

L9L

S9D

€93
29d

[
)
"

© N~ 0
0 10 0
Iﬂ-»—l>'

hy
T}
(=4

€99

1S3
0S4

8vd

9vA

s

[40]

-
[l
o

©
N
o

[ =
-
- o

8TY4

1m
) -
< £

w0 © N~ W
HAawn A

™
|

ovTd

EETY

TETV
0ETD

LCTA
92TH
SCTT

[449%

0zTA

9TTA

€0TI
[40%)

00TI

0 © mm
@ 0
-

[ N
© o )
>>I’-‘

o
® @
Ioo

M 1
0 O 0
< X >

6.1
8.4
LLT
9.3

PLL
€L1

.

508 ribosomal protein L15

e Molecule 35

13%

18%

45%

33%

Chain DL

o
Iﬂ-

iwl
T}
=4

€%D
(474

0%s

8eb

€D
eed
[40]
€D

8¢

€¢I

14

LT

N
—
20

o0 ©
o 0
I“IL"‘.

© 0
A<

LN
[
3
e
=

€TTV

0TTA

felo)ace
SOTI

0
o)
<

wn ©
@ 0
o

761

Tea
06A

T80
08S

8.4
e LU
® 9.4

vLL

e vvid

{47429

6ETD

508 ribosomal protein L.16

e Molecule 36

18%

49%

33%

%
i

Chain BM

99y
S91
YoM

090

894
LSA

Lid

Eia8
i)
42!
ia
[47An
w1
o7y

508 ribosomal protein L16

€20

Tev
021

8TH
LIN

8)

I

=
=

0€TA

8CTL

9211

0ozTY

L114

S6T

vev
€6A

e Molecule 36

16%

14%

50%

35%

Chain DM

o)
<
o

s

vl
w1

Ted

629
824
LTS

€D

Ty
021
61D
8Tyd
LIN
914

€TH
{4474

64

~
B

7d
€0

[ X )
¥ 0o I~ P ol ) @
® 0 © © o0 0. R [
XX S === o

508 ribosomal protein L17

Z8H
84

6LV
e 8.1

e Molecule 37

LN

YLL

T

6%

15%

39%

38%

Chain BN

.4
ELN
c.La

0LL

89V

99V

€94

GGV

€91

0S8d

EIN
(4%

R LDWIDE

w_ 0

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 47

g8d

78D

e Molecule 37: 508 ribosomal protein L17

T8N
084
6.1

LLY
9LA

19%

6%

16%

54%

S
D
~

Chain DN:

[
o
o
o

< «Q
o N
I:.'-‘I

(44|
124

@ 61V

114

9TH
[as

{454

©
0

<
4

o
I=l=
[ X )

-
=

LLY

2k
ELN
cLa

® 0.L
694

194

e Molecule 38: 508 ribosomal protein L18

10%

48%

39%

Chain BO

TLY
oLV
69d

222

291

63Y

~
%)
<

felekc
7SA
€81
2SS

©
~
=

9L

e Molecule 38: 508 ribosomal protein L18

X

—

—

X

o

©
S
©
<

X

N~

[3V)

=

o=

<

-~

O

YEH

6CH

8CA

000000OC0OCGOCS
©
I
=

e Molecule 39: 508 ribosomal protein L.19

%

Chain BP: .

25%

50%

23%

(428

6SL

LSV
9GS

%91
€90
[4:t:s

671

9YA

3

w90
€va

6€T

9EN

TEA
oeM
62A

D e
<¢] [}
Iolxl

LTA
9ca

{443
12d

614

L1d

€TTT
[A9%8
1113

60TI
80TY

701D

[4ux:s
T0Td
0074

~
)
>

~
Q
~

[T}
0
=

z8s
T80

B6LA

9LH

YL0
€Ld
TLA
T

69A
89D

~
©
InJ

e Molecule 39: 508 ribosomal protein 1.19

17%

53%

28%

5%
L

Chain DP

D E

L DWI

O R

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 48

e
©O
©n

(428
1948

6SL
894

9GS
SSH
791

4=t

Lid
LYI

SvA

- <
i s
<< o

Tea

6CA

YTl

[44))

614

L1d
9TA

3

CTW
110
(0) %1
60

LT

N 0 © I~ [
ENENNSNNENS ©
- HEw - 2]

S

ool
©
o

€I

1S

OmE— N
Q o O
~ =

~
Q
~

194

e Molecule 40: 508 ribosomal protein 120

17%

L

42%

39%

Chain BQ

TLN
0Ld

L9V

%91

SLA

e Molecule 40: 508 ribosomal protein 120

6%

Chain DQ: —

15%

50%

34%

0o9oM
6ST
8sd

9G4

€93

150

~
o
~

e
N
- T

€CA

(X )
IIIIIO’
I
par

e Molecule 41: 508 ribosomal protein 121

1148

w0
]
<

610

[l
Il
£

125!
€TH

—
o < N~ oo -
~ 4 e <

= Nm YW o —HEmw © ~ o
© © QOO QY ~ONNN N~
H < H =< = > E )

® 06a

<
[
E3

N
0
=

17%

43%

39%

%
i

Chain BR

T

19D

7oA

ToV

24ad

059
671

LYA

Sva

(441

(071

© O w0
ISR 0
< B =

i40.)
rac

14

914
STS

CIH
TT0

i
< > n o

€0tV
2oTs
T0TI
001D

>~ o o W
© Q D O O
o ~ =B A

()
0
>

e Molecule 41: 50S ribosomal protein L21

I
~
=

17%

16%

56%

28%

Chain DR:

TOTI

3

163
967
sed
6L

68H

.80
980

€84
C8H

08Y4

8.4

LI

0.4

894

99H

e Molecule 42: 50S ribosomal protein 22

€9A

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 49

13%

44%

42%

Chain BS:

691
890d

€90
29a

09H
694

LSN

§6I

€21

Tey
0zZA

8TH

0 © N~
o
o x>

o
0 Q -
< ~ wn

]
[35)

601d
80TS
LOTA
90TA

7011l

8634
161

S64
v6a

68V

1

it

T8I

VLI

e Molecule 42: 508 ribosomal protein .22

cLL

10%

14%

50%

36%

Chain DS:

691

LYA

STA

evY

® 6¢el
® 8€k

9€1
SEL

® ey
T€D

6CA

L

e O0T1d

e 907A

o S0t
OTL
€011
ZoTH

00TL

167

Sed

~ — =
© @
A ©

YLI

e Molecule 43: 508 ribosomal protein 123

4%

Chain BT: -

%

24%

38%

28%

vox

19T

@
e}
=

LSA
9G4

®
<
LD
&

[4ctc
TG4

LYA
oY

<
N4
i

cva

(072’8

2

2e1

oy

® 9TA

eTY

T
0oTA
63

L1

-
@
=3

181

n
0
=

)
©
<

I © mm
~ N ©

e Molecule 43: 50S ribosomal protein 123

TLd

X

~

.

S

n

—

X

<

[T}
X
(=}
<

IS

I

N

=

o=

o]

o

(9728

SEV
YEA

e Molecule 44: 508 ribosomal protein 1.24

2e1
Ten
e 0eI

3

8CN

Sgd

€av
(440

118
9TA

e €IV
® <21y

OTA

JaNMm s QN
EHAEM~A A

6N
160

181

S8A
784
€8V

81
08M

e L
® 9.
S.LD

® €l

® OLH
694

L9A

€9A
29N

3%
Chain BU: ™

N M
I<xl

13%

45%

38%

0LY
69A

79I

(424

093

LSI

eien)
¥9d

® SN
18T

87A

3

44N

[
= QMW o
Q00009
l&>lmk’x

e Molecule 44: 508 ribosomal protein 1.24

L1a

STD

®

-

NE)
©
00
9

~
a

© o
e
= A

[T}
~

20TI

-
o
—
2]

00Td

168

SLV

I
~
=

—
~
-

D E

O

R L DWI
PROTEIN DATA BANK

W



4V6D

20%

45%

55%

wwPDB X-ray Structure Validation Summary Report

29%

Page 50
Chain DU:

09% 08H QI 654 o T9V
1 e 19
V) €91 | o9V
1 . 291 < ® 664
. zin LT N EEY S el 881 |
S T3 ® 09A ~ e /sl
p I . e 6sd < 9SH
g o < ® s5a
893 S e © $5YU
199 £9n
| o9sa ° | T
LN ° )
79A 03A
| o v 9%V s
191 o 1 e SvH N
| ® 0SH o
YPH 1Sk 67N £v e SH
2 o | oesd o 8w Tyl ol wvd |
| o B3 ggd e LA S l €93
YA < g e ThL
ol ov1 | + ol 6eD 79
6N °
o seI 93 o cvl
o 18 | B !
e oeH vvH B o oopr °
e gen £ 6€Y
e eI I 81 °
| oeen P zev °
P (a8 181 <
o 0 ey Yo of M~ l M~ 3 zev
063 [a\ 8€T [a\ P N [N 161
o e 63 — | — [ — sed — | oosa
e 880 agq 0€T e 6z
o oon  efiusan .2 | = A = = o oz
I 984 )..w 0£T )w 8zy ..ol.,w Lobp 129
° It O 1S} I o Lzd T6d o < o 929
e €Ty 84 = = ® 06a — 3 —
o P &N iz [a¥ — 681 o8 L oF
° i — 924 — g2V 8sH — —
° e 18 © < sTi © | gey 180 © 0z1 <
° e o0ga = 5 | g e Ta e 981 = 6.1 g
8Ty ° e} zTy o ¥ 0z1 e 98 o o e 83
175 2 S 195) 195)
oI o 8 T2 3 2. 614 o 8d ) 8 674 I
° A o ooz1 ) g 81y g8y ) ) " [ |
) ° = 674 = o e us z8k o SN o sBs LTV 181
|owiL ° 1 9TV e 718d o N IR o1d ® 08S
€11 wn 9Ty n 35 08H wn < £TYd €1d wn g1 e 6
[eih| e e ) | stp 767 S P73 JdilEN O Py Lz (%) o v1a o 8.d
e 1II olezEm \© fant 64 LO el e s 1O - TIN S ) £Td
oTA ° 1 6 1) o LA oty oLA 1
61 Lo 118 164 L [mEy e s © 3 el 693 © oty
o 81 = sy = oni Can T . as ga .. o cu
e . e 89N [} 681 [} e 64 e WLV [} L [}
= = = = = 2 = B
e 9u = 8A 88H = [ | e € = 99A = °
oI o aa) e O A e v 7 o aa) 593 o A 0LA
* < o w1 O = J58 3 ~ N O = e
o o =) = | =) R=Y o R £90 o = 894
° M o] £l €83 M o] €L ° M o] M o] L9%
° oV -~ zd 28k -~ zd -~ =
o 7198 ° O Lm T8d ° O P e ° @) 09V ° @) of

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

e Molecule 47: 508 ribosomal protein .28



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 51

3%

. -
Chain BX:
" > o £ .

14%

55%

28%

121
ozy
6TH

9IN

:
e Molecule 47: 508 ribosomal protein 128

—
~
~

0LT

10%

60%

21%
27%

Chain DX:

s

{44\
12T
(/4 4
6TH

.14

SIN

(]
~ o o
34 I

[ 9A

[} €A

-
©n

® LLK
9L)

e Molecule 48: 508 ribosomal protein 1.29

e €l
LY
T4
0LT

191
99A

79a

29D

5%

21%

51%

24%

11%

Chain BY:

£9v

oV
094
654

o000
]
©
]

€GA

eig:!

9YA
Svh

€71

(745

9ed

vES

(44

8T
LeN

Szb

e Molecule 48: 508 ribosomal protein 129

12T
0ZN

SIN

11%

56%

33%

17%

Chain DY:

e Molecule 49: 508 ribosomal protein 130

24%

44%

29%

3%

Chain BZ: ™

8G4d

9GA

wSA
€3G
[4ct|
188

8YN
LYI
£l

e

Tvd
oL

8€d

9€d
SEA

-
lm1
it

8¢1

1

4

6TH

L1d

4%

el
™
—
=}
e
)
e
o
—
[
—
=
e}
n
o
e}
o
—
N
(=
10
=)
<t
<]
—
=
(]
<]
—
=
[ ]

15%

41%

39%

X
N~

N
A
§=

z
=
@

9SA

YSA

LL

€VI
(4941

0%l
® 6ed
8€d

veL
® €tH

1€1

prad)

3

€21
(44N

ozy

8T
L1d

w0
-
.":I

118

61
8b
LL

(]
Hw
=1

e Molecule 50: 508 ribosomal protein 132

12%

40%

46%

Chain BO:

R LDWIDE

O

PROTEIN DATA BANK

W



Page 52 wwPDB X-ray Structure Validation Summary Report

4V6D

S10
V29
G34
K36

—SEmg w0 N~ ~ © o) N
N < N~ 0 N a N N ae} Y A R wn
=4 o A — = e — ==} o | 2] > o

e Molecule 50: 50S ribosomal protein L32

9%
Chain DO: 32% 54% 2% .
[ )

(] (]
o < LEmO O O N W ON~W0DNO AN < mmn 0 0 O
- N < w0 — -~ = = N NANNANNMOMM o mmm
< > o= ~ =/~ A = HnnAan>AaxH © == ]

e Molecule 51: 50S ribosomal protein L33
2%

. =
Chain B1: 33% 38% 18% . 9%

[ ]

o o © N~ 0o o

™ wn N ~ o0 NN 0
o ~ X oH = A~ B oH X B4

e Molecule 51: 50S ribosomal protein L33

S33

T43

|
G46
Y47

vas

R49

]
K52
K56

oN o 0 OO - N M-
— A NN o
wn n o> BB ~

20%
. T ER——
Chain D1: 36% 49% T
[ ] [ ] [ ) [ X ] 0000 [ ) )
LB b e
e Molecule 52: 508 ribosomal protein 134
2%
. = —
Chain B2: 43% 48% 9%

[

1 )

oo 0 © N~ 0% 5
leh ﬂ<|> Iml

e Molecule 52: 508 ribosomal protein L34
2%

. =
Chain D2: 43% 52% -

o N O mmo mna < 00 oM < W0
0O~ 0D Bl — — N N g ™ m M m o
HoAa®n>Aa o~ = o = = ~ oo o

e Molecule 53: 50S ribosomal protein L35

<
)
~

0 0 = = N re) N~ 00w N = oo
= = - o N 38 o M 0 < & &
= o o~ ~ o= o o ox - < m B

R39
A40
R41
L42
V44
S45
K46

Chain B3: 20% 51% 50 ..

D53
158

O Nmmw mmR = < W © N~ [ ] NN YOI OmEEn ¥ 10 N~ —
N m o — — N agaoa N M M m oM mn gﬂ‘ < < < w0
X oH < X x £ (& =Y Mo <= ~ oo =B XN i = ;m oA < x

e Molecule 53: 50S ribosomal protein L35

3%

Ny ©
n e}
=} =

. - e
Chain D3: 38% 42% 17% _—

= m
© © © ©
=A<



4V6D

wwPDB X-ray Structure Validation Summary Report

508 ribosomal protein L36

Page 53

oV
€94
29d

09D

8G1

791

o
o
o

o
0
0

3
&

[47:

6€Y4

SeN
vex
eel

T€1
OEH

8¢1

L

i£0
€CH

Tecd

® 61D

+

STH
i

L9

2!

1d

e Molecule 54

13%

39%

45%

Chain B4

8€D
L8d
o€y
seb
vex
€€H

oed

S2A

<+
3]
-

3

508 ribosomal protein 136

o ¢ w
]
=0 X

©0 N~
n >

[l
=

e Molecule 54

26%

26%

47%

3%
[

Chain D4

110

LA

: 16S rRNA

e Molecule 55

17%

19%

45%

© N~ =)
0 0 54
IODIU

D
[}
o

19%

2%

Chain CA

© o
© ©
-UUI

£90

890
A

£3Y

97D

<
)
o

€D
0en
6zn

9Ty

3

114
ozn
6TV

© o
s N
<o

10
9TV

(49
119

62TV
8CTH

921D

¥C10
€210

811N

viin
ETTD
(435}

3

001D

s}
o
=}

6LTV

LLTD

9.10

(445
ovIn
SETO

7ETD
EETN

T9zn
092D
652D
8G2ZH
LS2H

752D

(444

2ETH
Teen

S0y
¥02d
€02H

92eD
Seev
Yzed
e€cen
2Ted
TCEY

8T€D

¥1€0
erey
cred

60€Y
80€D
L0€D
90€V
S0€D

20€d
T0ED
00€V

9620
9620
620

262D

3

8.2H

j2xa 4

26€D
16€D

voev
€9€Y

T9€d
09€D
69€D
89EN

9GeV

Tved
oven

L

veed

SSPD
7S¥D

Px4741

Tevn

S6€0
76€D
€6EV

9180
STSD

767D

*

68%0

88%0

08¥%N

250)

cLvn

9G¥V

8.5D

€LSV
LSV

T9S0

C2ESY

629D

129D

S¢S0

€eSV

[44:1]

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 54

L%90
9%9D
S79D

1

0290

8190
L7199

07190

1.0

YILD
€T.LD

TTLD
0TLD
60.0

90LY

004D

059D
679V

8L.LD
LLLY
9LLD
SGL.LD

LS50

w18y
€180

1180

608D

L08Y
9080

o8y
1080

L6LD
96.L0

6.9
06.LY

3

981D

¥8LY

08.LY
6.LLD

806V
L06Y
906V

voen
€069

TOo6V
006V
6680

1680
9680
$68D

268V

068D

1

988D

2880
788D

6180
8.8V

9,80

T€6D

626D
826D

€Y

Tzen
0ozen
616V
816V
116D
9160

606V

0107
60070

F

S00TY

€00TD
200TD
T00TD
000TY

666D

966V

6860
886D

G860

1860

616D
8.6V

2801V
T80TV
080TV

6L0TD

LL0TD
9,010
SL0TN

€070
CTLOTD

901D
09010

850TD
LS0TD

90TV

€¥0T1D
Yoty
901D
0v01Tn
6€0TD
8€0TD
LEOTO

S9TTN
7911D

657170

LSTTV

YSTTD

0STTY
67110
87110

4425
€VTTD

6ETTD

SETTN
YETTD
€ETTD

TETTD

9z110

(4 a%)

660TD

® LTTiv

21210

66TTN
86TTD
LBTTY

S6T1D
Y6110

68710
88TTV
L8TTD
98TTD

28119

08TV
6LITYV

+

YLITD
€LT1I0
CTLITO
TLITV

€6CTD
26CTD

98210

S92TD

T9CTY

SETIN
veTID
€ETTD

€SETD
C¢SETD
TSETN

LYETD
9VETY
SPETN

EVETD
ZHETD

0vETY

YEETD

0€EETN
6CZETY
8CTETD
LZETD
9ZETN

Tzemn
0ZETD

8TETV

STETN
7IeT0
€T€TN

TIETV
0TETD
B60ETD

L0€TN
90ETV

Y0ETD

L4 4%
(4445

8TVIV
LIPTD
9T¥1D
STPTD
4545

[454%)
TI%10

90%1TNn
S0%1D

€0%1D

CT6ETD
T6ETN
06€TN

8LETD
LLETY
9.£T0
SLETY
VLETY
€LETD
cLETN
TLETD

69€TD
89ETY

E9ETY

TOETD
09€TY
6SETO

LSETY
9G€TD
GSETD

067170

88%TD

|

€8VTV
28%TH

0871V
6.%1D

SL%1D
vLv10
€LVID

89VTV
L9¥%10
99¥%10

29%10

09%TD

F

9871V

0S710

SYPIn
vvvIn
€¥¥T0

0¥y
6EVTD
8EVTH

9EY1IN
SEYTD
YEVTIY

TEVTV
0EVTY
6CVTIV
wm“ﬁ<
STvIn
vevin

€ESTO

LgsTn
92S8TH

€231
cTsIn
12S10
0ZSTO
61STV
8TSTY
LTISTD
91STD

€ISTY
1SN
TT1S1D

60STD

90S10

%031D

S6vIn

: 5S rRNA

e Molecule 56

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 55 wwPDB X-ray Structure Validation Summary Report

4V6D

. I
Chain DB: 17% 40% 23% 20%

N~ < 3] DO AN
«® 5 [t} n © © ©
o o < <O VO
D o < W0 o
0 [ o O [}
=1 o < D (3]

G6
G7
e
G9
S Go
Ci1
G18
S co
G20
C26
c27
o cs
A29
o cs0
C31
U32
G33
A34

(SIS © ~
w0 © - N [} n © o - — -
©0 © N~ 0 0 0 o —
= (SO S (L) (LRSS (SIS

G100
A101
G102
U103
G105
c110
U111

< © o mm
~ [
=} < O

WO RLDWIDE

er

PROTEIN DATA BANK



Page 56 wwPDB X-ray Structure Validation Summary Report 4V6D

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 210.72A  435.07TA  628.73A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
Resolution (4 Bl s s
% Data completeness 78.6 (75.71-3.81) Depositor
(in resolution range) 78.7 (75.71-3.81) EDS
Rinerge 0.11 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.59 (at 3.77A) Xtriage
Refinement program PHENIX (phenix.refine) Depositor
R R 0.207 , 0.253 Depositor
) Thfree 0.217 , 0.261 DCC
Rree test set 8852 reflections (2.02%) DCC
Wilson B-factor (A?) 99.2 Xtriage
Anisotropy 0.140 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.22 , 63.2 EDS
L-test for twinning? <|L| > =046, < L? > =028 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.92 EDS
Total number of atoms 285420 wwPDB-VP
Average B, all atoms (A?) 125.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.11% 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: ZN,
MG

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z]| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles
Mol | Chain | py/q7 #|Z| >5 RMSZ 47| >5
1 AB 0.27 0/1735 0.48 0/2338
1 CB 0.28 0/1735 0.52 0/2338
2 AC 0.28 0/1651 0.50 0/2225
2 CC 0.29 0/1651 0.48 0/2225
3 AD 0.29 0/1665 0.48 0/2227
3 CD 0.36 0/1665 0.53 0/2227
1 AE | 035 0/1118 0.64 1/1504 (0.1%)
4 CE 0.34 0/1118 0.55 0/1504
5 AF 0.27 0/835 0.49 0/1128
5 CF 0.26 0/835 0.48 0/1128
6 AG 0.26 0/1195 0.45 0/1602
6 CG 0.30 0/1187 0.51 0/1591
7 AH 0.31 0/989 0.49 0/1326
7 CH 0.30 0/989 0.50 0/1326
8 Al 0.26 0/1034 0.46 0/1375
8 CI 0.26 0/1034 0.46 0/1375
9 AJ 0.26 0/796 0.49 0/1077
9 CJ 0.26 0/796 0.50 0/1077
10 AK 0.26 0/893 0.48 0/1205
10 CK 0.30 0/893 0.52 0/1205
11 AL 0.34 0/969 0.60 0/1300
11 CL 0.30 0/969 0.56 0/1300
12 AM 0.27 0/892 0.54 1/1193 (0.1%)
12 | CM | 0.36 0/884 1.04 4/1181 (0.3%)
13 AN 0.25 0/785 0.45 0/1043
13 CN 0.26 0/780 0.45 0/1036
14 AO 0.25 0/722 0.45 0/964
14 CO 0.26 0/722 0.47 0/964
15 AP 0.30 0/659 0.50 0/884
15 CPp 0.30 0/648 0.49 0/870
16 AQ 0.32 0/657 0.57 0/881
16 CQ 0.31 0/657 0.49 0/881
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. Bond lengths Bond angles

Mol | Chain | .\ 1q7 42| >5 RMSZ #Z| >5
17 AR 0.25 0/462 0.46 0/621
17 CR 0.31 0/462 0.49 0/621
18 AS 0.25 0/652 0.44 0/877
18 CS 0.25 0/652 0.46 0/877
19 AT 0.30 0/671 0.51 0/888
19 CT 0.27 0/671 0.46 0/888
20 AU 0.28 0/430 0.53 0/570
20 CU 0.33 0/430 0.57 0/570
21 AA 0.57 0/36834 1.45 646/57462 (1.1%)
22 AV 0.56 0/401 1.20 2/622 (0.3%)
22 CV 0.55 0/401 1.18 1/622 (0.2%)
23 AW 0.76 0/138 1.54 3/212 (1.4%)
23 CW 0.79 0/138 1.93 4/212 (1.9%)
24 BA 0.77 12/68626 (0.0%) 1.70 | 1788/107056 (1.7%)
24 DA 0.57 3/68314 (0.0%) 1.49 | 1376/106569 (1.3%)
25 BB 0.71 0/2828 1.59 62/4410 (1.4%)
26 BC 0.47 0/2121 0.73 1/2852 (0.0%)
26 DC 0.35 0/2121 0.58 0/2852
27 BD 0.52 0/1586 0.81 1/2134 (0.0%)
27 DD 0.32 0/1586 0.60 0/2134
28 BE 0.45 0/1571 0.67 0/2113
28 DE 0.33 0/1571 0.53 0/2113
29 BF 0.44 1/1434 (0.1%) 0.62 1/1926 (0.1%)
29 DF 0.45 3/1444 (0.2%) 0.79 5/1937 (0.3%)
30 BG 0.38 0/1343 0.64 0/1816
30 DG 0.28 0/1343 0.50 0/1816
31 BH 0.48 1/1122 (0.1%) 0.62 1/1515 (0.1%)
31 DH 0.39 0/1122 0.54 0/1515
32 BI 0.24 0/1046 0.50 0/1410
32 DI 0.24 0/1046 0.44 0/1410
33 BJ 0.56 0/1152 0.77 1/1551 (0.1%)
33 DJ 0.37 0/1152 0.62 0/1551
34 BK 0.53 0/947 0.82 1/1268 (0.1%)
34 DK 0.35 0/947 0.61 0/1268
35 BL 0.47 0/1054 0.76 1/1403 (0.1%)
35 DL 0.34 0/1054 0.58 0/1403
36 BM 0.50 0/1093 0.70 0/1460
36 DM 0.45 0/1093 0.63 0/1460
37 BN 0.48 0/973 0.73 1/1301 (0.1%)
37 DN 0.32 0/973 0.56 0/1301
38 BO 0.41 0/902 0.61 0/1209
38 DO 0.44 0/902 0.71 2/1209 (0.2%)
39 BP 0.48 0/929 0.74 0/1242
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ 4| Z| >5
39 | DP | 0.33 0,929 0.52 0/1242
10 | BQ | 058 0,960 0.74 0/1278
10 | DQ | 0.36 0,960 0.54 0/1278
i1 | BR | 057 0,/829 0.77 0/1107
a1 | DR | 038 0,/829 0.58 0/1107
2 | BS | 054 0/864 0.78 0/1156
2 | DS | 030 0/864 0.56 0/1156
3 | BT | 044 0/744 0.67 0/994
43 | DT | 027 0,744 0.51 0/994
4 | BU | 042 0/787 0.71 1/1051 (0.1%)
4 | DU | 035 0,787 0.56 1/1051 (0.1%)
5 | BV | 047 0,766 0.68 0/1025
45 | DV | 068 | 3/766 (0.4%) 0.81 3/1025 (0.3%)
16 | BW | 0.54 0,603 0.84 0,797
16 | DW | 0.34 0,603 0.55 0,797
A7 | BX | 041 0/635 0.68 1/848 (0.1%)
47 | DX | 0.32 0/635 0.55 0,/848
8 | BY | 042 0/510 0.67 0/677
8 | DY | 0.28 0/510 0.49 0/677
19 | BZ | 047 0/453 0.73 0/605
19 | DZ | 032 0/453 0.58 0/605
50 | B0 | 0.0 0,/450 0.70 0/599
50 | DO | 0.31 0,/450 0.55 0/599
51 | Bl | 0.40 0/416 0.59 0/554
51 | D1 | 0.31 0/416 0.49 0/554
52 | B2 | 048 0,/380 0.80 0,/498
52 | D2 | 0.31 0,/380 0.53 0,/498
53 | B3 | 0.46 0/513 0.67 0/676
53 | D3 | 0.36 0/513 0.57 0/676
54 | B4 | 0.50 0/303 0.80 0/397
54 | D4 | 041 0/303 0.60 0/397
55 | CA | 0.5 | 1/36762 (0.0%) | 1.45 | 694/57350 (1.2%)
56 | DB | 0.68 | 4/2803 (0.1%) | 1.79 | 112/4371 (2.6%)
Al | Al | 057 |28/307815 (0.0%) | 1.37 | 4715/460233 (1.0%)

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
27 BD 0 2
Continued on next page...
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Continued from previous page...

Mol | Chain | #Chirality outliers | #Planarity outliers
29 DF 0 1

36 DM 0 1

All All 0 4

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

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
24 BA 1142 A N9-C4 | -11.34 1.31 1.37
45 DV 31 | TYR | CE1-CZ | 10.97 1.52 1.38
24 DA 1060 U C2-N3 7.54 1.43 1.37
24 BA 1142 A C8-N7 7.36 1.36 1.31
24 BA 2857 G N3-C4 7.16 1.40 1.35

The worst 5 of 4715 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
12 CM 2 ARG | NE-CZ-NH1 | -22.49 109.06 120.30
24 BA 2447 G C6-N1-C2 | -18.42 114.05 125.10
12 CM 2 ARG | NE-CZ-NH2 | 17.95 129.28 120.30
24 BA 1330 C N1-C1’-C2’ | -17.28 91.53 114.00
o6 DB 104 A C8-N9-C4 | -16.28 99.29 105.80

There are no chirality outliers.

All (4) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
27 BD 10 | GLY | Peptide
27 BD 9 VAL | Peptide
29 DF 78 ILE | Peptide
36 DM 135 | VAL | Peptide

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AB 1704 0 1732 269 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 CB 1704 0 1732 208 0
2 AC 1624 0 1699 139 0
2 cC 1624 0 1699 159 0
3 AD 1643 0 1710 172 0
3 CD 1643 0 1710 143 0
4 AE 1105 0 1148 242 0
4 CE 1105 0 1148 122 0
5 AF 817 0 808 78 0
5 CF 817 0 808 79 0
6 AG 1181 0 1240 98 0
6 CG 1174 0 1230 151 0
7 AH 979 0 1034 118 0
7 CH 979 0 1034 95 0
8 Al 1022 0 1070 116 0
8 CI 1022 0 1070 141 0
9 AJ 786 0 828 77 0
9 CJ 786 0 828 124 0

10 AK 877 0 887 85 0
10 CK 877 0 887 99 0
11 AL 955 0 1019 96 0
11 CL 955 0 1019 102 0
12 AM 883 0 944 71 0
12 CM 876 0 937 137 0
13 AN e 0 827 80 0
13 CN 769 0 822 89 0
14 AO 714 0 737 54 0
14 CO 714 0 737 40 0
15 AP 649 0 666 55 0
15 CP 638 0 656 65 0
16 AQ 648 0 691 82 0
16 CQ 648 0 691 47 0
17 AR 455 0 478 42 0
17 CR 455 0 478 40 0
18 AS 637 0 665 51 0
18 CS 637 0 665 78 0
19 AT 665 0 714 59 0
19 CT 665 0 714 47 0
20 AU 425 0 449 68 0
20 CU 425 0 449 76 0
21 AA 32895 0 16553 1701 0
22 AV 360 0 185 10 0
22 CvV 360 0 185 12 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
23 AW 125 0 63 4 0
23 CW 125 0 63 6 0
24 BA 61274 0 30819 3143 0
24 DA 60995 0 30677 3530 0
25 BB 2529 0 1281 108 0
26 BC 2082 0 2157 200 0
26 DC 2082 0 2157 211 0
27 BD 1565 0 1616 189 0
27 DD 1565 0 1616 165 0
28 BE 1552 0 1619 150 0
28 DE 1552 0 1619 167 0
29 BF 1410 0 1447 123 0
29 DF 1420 0 1460 197 0
30 BG 1323 0 1374 163 0
30 DG 1323 0 1374 147 0
31 BH 1111 0 1148 109 0
31 DH 1111 0 1148 106 0
32 BI 1032 0 1088 110 0
32 DI 1032 0 1088 67 0
33 BJ 1129 0 1162 158 0
33 DJ 1129 0 1162 118 0
34 BK 938 0 1012 113 0
34 DK 938 0 1012 112 0
35 BL 1045 0 1117 123 0
35 DL 1045 0 1117 142 0
36 BM 1074 0 1157 111 0
36 DM 1074 0 1157 109 0
37 BN 960 0 1000 99 0
37 DN 960 0 1000 115 0
38 BO 892 0 923 67 0
38 DO 892 0 923 155 0
39 BP 917 0 965 134 0
39 DP 917 0 965 106 0
40 BQ 947 0 1022 130 0
40 DQ 947 0 1022 129 0
41 BR 816 0 839 88 0
41 DR 816 0 839 97 0
42 BS 857 0 922 69 0
42 DS 857 0 922 69 0
43 BT 738 0 807 108 0
43 DT 738 0 807 93 0
44 BU 779 0 834 o4 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
44 DU 779 0 834 107 0
45 BV 753 0 780 53 0
45 DV 753 0 780 118 0
46 BW 596 0 610 179 0
46 DW 596 0 610 120 0
47 BX 625 0 655 69 0
47 DX 625 0 655 73 0
48 BY 509 0 043 67 0
48 DY 509 0 043 62 0
49 BZ 449 0 491 46 0
49 DZ 449 0 491 38 0
20 BO 444 0 461 32 0
50 DO 444 0 461 52 0
51 B1 409 0 440 37 0
51 D1 409 0 440 33 0
92 B2 377 0 418 32 0
92 D2 377 0 418 33 0
53 B3 504 0 274 46 0
53 D3 504 0 074 50 0
o4 B4 302 0 340 32 0
o4 D4 302 0 340 24 0
95 CA 32831 0 16521 1808 0
o6 DB 2507 0 1270 203 0
o7 AA 43 0 0 0 0
o7 BA 136 0 0 0 0
o7 BB 4 0 0 0 0
o7 BD 1 0 0 0 0
o7 CA 42 0 0 0 0
o7 DA 134 0 0 0 0
o7 DB 1 0 0 0 0
o7 DC 1 0 0 0 0
o7 DJ 1 0 0 0 0
o8 B4 1 0 0 0 0
o8 D4 1 0 0 0 0
59 AA 195 0 0 7 0
99 AE 1 0 0 0 0
29 AL 3 0 0 1 0
29 AN d 0 0 0 0
29 AT 3 0 0 0 0
59 AU 1 0 0 0 0
59 B2 2 0 0 0 0
59 B3 3 0 0 1 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
59 B4 2 0 0 0 0
29 BA 615 0 0 31 0
29 BB 19 0 0 0 0
59 BC 7 0 0 1 0
99 BD 2 0 0 3 0
29 BE 1 0 0 1 0
59 BL 4 0 0 1 0
59 BN 2 0 0 0 0
29 BQ 1 0 0 0 0
29 BT 1 0 0 1 0
29 BV 1 0 0 1 0
99 CA 196 0 0 4 0
29 CE 3 0 0 1 0
59 CI 1 0 0 0 0
99 CL 1 0 0 0 0
29 CN 2 0 0 0 0
29 CT 2 0 0 0 0
99 CuU 2 0 0 0 0
99 D2 1 0 0 0 0
29 D3 1 0 0 0 0
59 D4 5 0 0 0 0
59 DA 598 0 0 14 0
29 DB 4 0 0 0 0
29 DC 14 0 0 2 0
29 DD 4 0 0 0 0
29 DE 2 0 0 0 0
59 DJ 3 0 0 0 0
59 DL D 0 0 0 0
29 DN 2 0 0 0 0
29 DT 2 0 0 0 0
29 DU 1 0 0 0 0
99 DV 1 0 0 0 0
All All 285420 0 191332 18973 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 40.

The worst 5 of 18973 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:DA:1439:A:C2 24:DA:1552:A:C6 2.21 1.28

Continued on next page...



Page 65 wwPDB X-ray Structure Validation Summary Report 4V6D

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
24:DA:1439:A:N1 24:DA:1552:A:C5H 2.03 1.26
24:DA:1439:A:C2 24:DA:1552:A:C5H 2.25 1.25
38:D0:100:HIS:CE1 56:DB:48:U:02’ 1.89 1.25
38:D0:30:ARG:HB2 | 38:D0:30:ARG:NH1 1.53 1.21

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

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

analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
1 AB 216/241 (90%) 128 (59%) 60 (28%) 28 (13%) |
1 CB 216/241 (90%) 145 (67%) 49 (23%) 22 (10%)

2 AC 204/233 (88%) 139 (68%) 51 (25%) 14 (7%)
2 CC 204/233 (88%) 146 (72%) 41 (20%) 17 (8%)
3 AD 203/206 (98%) 126 (62%) 52 (26%) 25 (12%)
3 CD 203/206 (98%) 141 (70%) 40 (20%) 22 (11%)
4 AE 148/167 (89%) 100 (68%) 31 (21%) 17 (12%)
4 CE 148/167 (89%) 98 (66%) 37 (25%) 13 (9%)
5 AF 98/135 (73%) 62 (63%) 25 (26%) 11 (11%)
5 CF 98/135 (73%) 65 (66%) 21 (21%) 12 (12%)
6 AG 149/179 (83%) 109 (73%) 29 (20%) 11 (7%)
6 CG 148/179 (83%) 80 (54%) 44 (30%) 24 (16%)
7 AH 127/130 (98%) 97 (76%) 22 (17%) 8 (6%)

7 CH 127/130 (98%) 96 (76%) 24 (19%) 7 (6%)

8 Al 125/130 (96%) 80 (64%) 34 (27%) 11 (9%)
8 CI 125/130 (96%) 86 (69%) 33 (26%) 6 (5%)

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

Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
9 AJ 96/103 (93%) 69 (72%) 12 (12%) 15 (16%) |
9 CJ 96/103 (93%) 61 (64%) 20 (21%) 15 (16%)
10 AK 115/129 (89%) 86 (75%) 22 (19%) 7 (6%)
10 CK 115/129 (89%) 74 (64%) 31 (27%) 10 (9%)
11 AL 121/124 (98%) 80 (66%) 24 (20%) 17 (14%)
11 CL 121/124 (98%) 86 (71%) 25 (21%) 10 (8%)
12 AM 112/118 (95%) 87 (78%) 16 (14%) 9 (8%)
12 CM 111/118 (94%) 65 (59%) 30 (27%) 16 (14%)
13 AN 92/101 (91%) 58 (63%) 25 (27%) 9 (10%)
13 CN 91/101 (90%) 59 (65%) 24 (26%) 8 (9%)
14 AO 86/89 (97%) 64 (74%) 17 (20%) 5 (6%)
14 CO 86/89 (97%) 72 (84%) 13 (15%) 1 (1%)
15 AP 80/82 (98%) 54 (68%) 15 (19%) 11 (14%)
15 CP 78/82 (95%) 56 (72%) 14 (18%) 8 (10%)
16 AQ 78/84 (93%) 48 (62%) 21 (27%) 9 (12%)
16 CQ 78/84 (93%) 59 (76%) 13 (17%) 6 (8%)
17 AR 53/75 (71%) 40 (76%) 11 (21%) 2 (4%)
17 CR 53/75 (71%) 44 (83%) 6 (11%) 3 (6%)
18 AS 77/92 (84%) 67 (87%) 6 (8%) 4 (5%)
18 CS 77/92 (84%) 54 (70%) 19 (25%) 4 (5%)
19 AT 83/87 (95%) 55 (66%) 21 (25%) 7 (8%)
19 CT 83/87 (95%) 59 (71%) 21 (25%) 3 (4%)
20 AU 49/71 (69%) 22 (45%) 18 (37%) 9 (18%)
20 CU 49/71 (69%) 20 (41%) 17 (35%) 12 (24%)
26 BC 269/273 (98%) 184 (68%) 59 (22%) 26 (10%)
26 DC 269/273 (98%) 181 (67%) 60 (22%) 28 (10%)
27 BD 207/209 (99%) 141 (68%) 32 (16%) 34 (16%)
27 DD 207/209 (99%) 132 (64%) 45 (22%) 30 (14%)
28 BE 199/201 (99%) 151 (76%) 24 (12%) 24 (12%)
28 DE 199/201 (99%) 130 (65%) 43 (22%) 26 (13%)
29 BF 175/179 (98%) 133 (76%) 25 (14%) 17 (10%)

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

Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
29 DF 176/179 (98%) 97 (55%) 45 (26%) 34 (19%) 0ff2 |
30 BG 174/177 (98%) 112 (64%) | 35 (20%) 27 (16%) 0f14
30 DG 174/177 (98%) 105 (60%) | 41 (24%) 28 (16%) 0f14
31 BH 147/149 (99%) 62 (42%) 54 (37%) 31 (21%) 0ff2
31 DH 147/149 (99%) 76 (52%) 50 (34%) 21 (14%) Off5
32 BI 139/142 (98%) 84 (60%) 44 (32%) 11 (8%) 1§18
32 DI 139/142 (98%) 81 (58%) 39 (28%) 19 (14%) Off5
33 BJ 140/142 (99%) 106 (76%) | 20 (14%) 14 (10%) 1§12
33 | DJ 140/142 (99%) | 95 (68%) | 33 (24%) | 12 (9%) 1] 16] |
34 BK 120/123 (98%) 84 (70%) 18 (15%) 18 (15%) 0f14
34 DK 120/123 (98%) 80 (67%) 21 (18%) 19 (16%) 0f14
35 BL 141/144 (98%) 101 (72%) | 28 (20%) 12 (8%) 1§116
35 DL 141/144 (98%) 83 (59%) 37 (26%) 21 (15%) Off5
36 BM 134/136 (98%) 94 (70%) 25 (19%) 15 (11%) 0fr9
36 DM 134/136 (98%) 92 (69%) 25 (19%) 17 (13%) Ofl7
37 BN 118/127 (93%) 87 (74%) 21 (18%) 10 (8%) 14116
37 DN 118/127 (93%) 71 (60%) 35 (30%) 12 (10%) 1pi11
38 BO 114/117 (97%) 79 (69%) 26 (23%) 9 (8%) 1§18
38 DO 114/117 (97%) 76 (67%) 29 (25%) 9 (8%) 10118
39 BP 112/115 (97%) 71 (63%) 22 (20%) 19 (17%) 0f14
39 DP 112/115 (97%) 67 (60%) 28 (25%) 17 (15%) 0f14
40 BQ 115/118 (98%) 88 (76%) 18 (16%) 9 (8%) 1§18
40 DQ 115/118 (98%) 79 (69%) 26 (23%) 10 (9%) 1§15
41 BR 101/103 (98%) 79 (78%) 14 (14%) 8 (8%) 1§18
41 | DR 101/103 (98%) | 72 (71%) | 19 (19%) | 10 (10%) 12| |
42 BS 108/110 (98%) 76 (70%) 27 (25%) 5 (5%) 3] 31 |
42 DS 108/110 (98%) 81 (75%) 18 (17%) 9 (8%) 14116
43 BT 91/100 (91%) 53 (58%) 23 (25%) 15 (16%) 0f14
43 DT 91/100 (91%) 48 (53%) 28 (31%) 15 (16%) 0114
44 BU 100/104 (96%) 71 (71%) 13 (13%) 16 (16%) 0f14
44 DU 100/104 (96%) 51 (51%) 28 (28%) 21 (21%) 0ff2

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
45 BV 92/94 (98%) 75 (82%) 15 (16%) 2 (2%)
45 DV 92/94 (98%) 59 (64%) 26 (28%) 7 (8%)
46 BW 77/85 (91%) 29 (38%) 22 (29%) 26 (34%)
46 DW 77/85 (91%) 32 (42%) 27 (35%) 18 (23%)
47 BX 75/78 (96%) 59 (79%) 13 (17%) 3 (4%)
47 DX 75/78 (96%) 48 (64%) 21 (28%) 6 (8%)
48 BY 61/63 (97%) 36 (59%) 17 (28%) 8 (13%)
48 DY 61/63 (97%) 44 (72%) 12 (20%) 5 (8%)
49 BZ 56/59 (95%) 39 (70%) 13 (23%) 4 (7%)
49 DZ 56/59 (95%) 31 (55%) 18 (32%) 7 (12%)
50 BO 54/57 (95%) 39 (72%) 9 (17%) 6 (11%)
50 DO 54/57 (95%) 40 (74%) 8 (15%) 6 (11%)
51 B1 48 /55 (87%) 37 (77%) 7 (15%) 4 (8%)
51 D1 48/55 (87%) 35 (73%) 9 (19%) 4 (8%)
52 B2 44/46 (96%) 35 (80%) 8 (18%) 1 (2%)
52 D2 44/46 (96%) 32 (73%) 7 (16%) 5 (11%)
53 B3 62/65 (95%) 49 (79%) 11 (18%) 2 (3%)
53 D3 62/65 (95%) 39 (63%) 17 (27%) 6 (10%)
54 B4 36/38 (95%) 29 (81%) 4 (11%) 3 (8%)
54 D4 36/38 (95%) 22 (61%) 9 (25%) 5 (14%)
All All 11238/11970 (94%) | 7499 (67%) | 2485 (22%) | 1254 (11%)

5 of 1254 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
AB 20 ARG
AB 22 TRP
AB 40 ILE
AB 71 THR
AB 72 LYS

—=| = = =] =

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
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resolution.

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

analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 AB | 180/199 (90%) | 147 (82%) | 33 (18%)

1 CB | 180/199 (90%) | 157 (87%) | 23 (13%)

2 AC 170/190 (90%) | 148 (87%) | 22 (13%)

2 CC | 170/190 (90%) | 153 (90%) | 17 (10%) £l

3 AD 172/173 (99%) | 144 (84%) | 28 (16%)

3 CD | 172/173 (99%) | 146 (85%) | 26 (15%)

4 AE | 113/126 (90%) | 90 (80%) | 23 (20%)

4 CE 113/126 (90%) | 97 (86%) | 16 (14%)

5 AF 87/116 (75%) 77 (88%) | 10 (12%) 6|

5 CF 87/116 (75%) 78 (90%) 9 (10%) B

6 | AG | 124/147 (84%) | 116 (94%) | 8 (6%)

6 CG 123/147 (84%) | 97 (79%) | 26 (21%) 10
7 | AH | 104/105 (99%) | 92 (88%) | 12 (12%) | |6 34 |
7 CH 104/105 (99%) | 87 (84%) | 17 (16%) 20
8 Al 105/107 (98%) | 88 (84%) | 17 (16%) 20
8 CI 105/107 (98%) | 91 (87%) | 14 (13%) 28
9 AJ 86/90 (96%) 72 (84%) | 14 (16%) 20
9 CJ 86/90 (96%) 74 (86%) | 12 (14%) 26
10 | AK 90/99 (91%) 81 (90%) 9 (10%) 9] 39
10 | CK | 90/99 (91%) | 73(81%) | 17(19%) | [2][13]
11 | AL 103/104 (99%) | 85 (82%) | 18 (18%) 16
11 CL 103/104 (99%) | 85 (82%) | 18 (18%) 16
12 | AM 92/96 (96%) 87 (95%) 5 (5%) 63
12 | CM 91/96 (95%) 75 (82%) | 16 (18%) 2] 16
13 | AN 79/84 (94%) 74 (94%) 5 (6%) 21| 58
13 | CN 79/84 (94%) | 67 (85%) | 12 (15%) 22
14 | AO 7677 (99%) 69 (91%) 7 (9%) 11 43
14 | CO 7677 (99%) 71 (93%) 5 (7%) 19 57
15 | AP 65/65 (100%) 59 (91%) 6 (9%) 11 43

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
15 CP 65/65 (100%) 59 (91%) 6 (9%) 117 43
16 AQ 74/78 (95%) 57 (77%) 17 (23%) 1017
16 CQ 74/78 (95%) 64 (86%) 10 (14%) 48 27
17 AR 48 /65 (74%) 47 (98%) 1 (2%) 59 |82
17 CR 48 /65 (74%) 45 (94%) 3 (6%) 21 58
18 AS 70/79 (89%) 62 (89%) 8 (11%) 34
18 CS 70/79 (89%) 59 (84%) 11 (16%) 22
19 AT 65/66 (98%) 56 (86%) 9 (14%) 27
19 CT 65/66 (98%) 58 (89%) 7 (11%) 37
20 AU 44/61 (72%) 36 (82%) 8 (18%) 14
20 Cu 44/61 (72%) 33 (75%) 11 (25% 6
26 BC 216/218 (99%) 177 (82%) 39 (18% 15
26 DC 216/218 (99%) 191 (88%) 25 (12% 33
27 BD 164/164 (100%) | 133 (81%)

27 DD 164/164 (100%) | 144 (88%)
28 BE 165/165 (100%) | 128 (78%)
28 DE 165/165 (100%) | 150 (91%)
29 BF 148/150 (99%) 129 (87%)
29 DF 149/150 (99%) 121 (81%)
30 BG 137/138 (99%) 108 (79%)
30 DG 137/138 (99%) 120 (88%)
31 BH 114/114 (100%) 98 (86%)
31 DH 114/114 (100%) 97 (85%)
32 BI 109/110 (99%) 92 (84%)
32 DI 109/110 (99%) 102 (94%)
33 BJ 116/116 (100%) 91 (78%)
33 DJ 116/116 (100%) | 105 (90%)
34 BK 103/104 (99%) 82 (80%)
34 DK 103/104 (99%) 85 (82%)
35 BL 102/103 (99%) 77 (76%)
35 DL 102/103 (99%) 87 (85%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
36 BM 109/109 (100%) 89 (82%) 20 (18%)
36 DM 109/109 (100%) 96 (88%) 13 (12%)
37 BN 100/103 (97%) 78 (78%) 22 (22%)
37 DN 100/103 (97%) 87 (87%) 13 (13%)
38 BO 86,/87 (99%) 69 (80%) 17 (20%)
38 DO 86,/87 (99%) 76 (88%) 10 (12%)
39 BP 99/100 (99%) 77 (78%) 22 (22%)
39 DP 99/100 (99%) 91 (92%) 8 (8%)
40 BQ 89/90 (99%) 73 (82%) 16 (18%)
40 DQ 89/90 (99%) 78 (88%) 11 (12%)
41 BR 84/84 (100%) 68 (81%) 16 (19%)
41 DR 84/84 (100%) 72 (86%) 12 (14%)
42 BS 93/93 (100%) 76 (82%) 17 (18%)
42 DS 93/93 (100%) 80 (86%) 13 (14%)
43 BT 80/84 (95%) 63 (79%) 17 (21%)
43 DT 80/84 (95%) 75 (94%) 5 (6%)
44 BU 83/85 (98%) 73 (88%) 10 (12%)
44 DU 83/85 (98%) 72 (87%) 11 (13%)
45 BV 78/78 (100%) 64 (82%) 14 (18%)
45 DV 78/78 (100%) 65 (83%) 13 (17%)
46 BW 59/63 (94%) 39 (66%) 20 (34%)
46 DW 59/63 (94%) 43 (73%) 16 (27%)
47 BX 67/68 (98%) 56 (84%) 11 (16%)
47 DX 67/68 (98%) 58 (87%) 9 (13%)
48 BY 55/55 (100%) 41 (74%) 14 (26%)
48 DY 55/55 (100%) 51 (93%) 4 (7%)
49 BZ 48/49 (98%) 34 (71%) 14 (29%)
49 DZ 48/49 (98%) 39 (81%) 9 (19%)
50 BO 47/48 (98%) 43 (92%) 4 (8%)
50 DO 47/48 (98%) 41 (87%) 6 (13%)
51 B1 45/49 (92%) 35 (78%) 10 (22%)

TTTTTTTTTT

1 DE

AAAAA
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
51 D1 45 /49 (92%) (91%) 4 (9%)

52 B2 38/38 (100%) 32 (84%) 6 (16%)

52 D2 38/38 (100%) 34 (90%) 4 (10%) B

53 B3 51/52 (98%) 45 (88%) 6 (12%) 6|

53 D3 51/52 (98%) 42 (82%) 9 (18%)

54 B4 34/34 (100%) 29 (85%) 5 (15%)

54 D4 34/34 (100%) 29 (85%) 5 (15%)

All | Al | 9331/9756 (96%) | 7927 (85%) | 1404 (15%)

5 of 1404 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
42 BS 29 VAL
1 CB 19 THR
42 DS 22 ASP
43 BT 17 SER
47 BX 24 THR

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 327 such
sidechains are listed below:

Mol | Chain | Res | Type
45 BV 51 GLN
3 CD 125 ASN
44 DU 53 GLN
46 BW 49 ASN
1 CB 14 HIS
5.3.3 RNA (O
Mol | Chain Analysed Backbone Outliers | Pucker Outliers
21 AA 1532/1533 (99%) 474 (30%) 0
22 AV 16/17 (94%) 0 0
22 CvV 16/17 (94%) 1 (6%) 0
23 AW 5/6 (83%) 3 (60%) 0
23 CW 5/6 (83%) 2 (40%) 0
24 BA | 2850/2903 (98%) 958 (33%) 0
24 DA | 2837/2903 (97%) 1000 (35%) 0

Continued on next page...
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Mol | Chain Analysed Backbone Outliers | Pucker Outliers
25 BB 117/118 (99%) 33 (28%) 0
55 CA 1529/1530 (99%) 519 (33%) 0
56 DB 116/117 (99%) 42 (36%) 0
All All 9023/9150 (98%) 3032 (33%) 0

5 of 3032 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
21 AA 5 U
21 AA 6 G
21 AA 7 A
21 AA 9 G
21 AA 13 U

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 365 ligands modelled in this entry, 365 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.
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5.8 Polymer linkage issues (i)

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

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) [Q<0.9
1 AB 218/241 (90%) 2.67 105 (48%) m' 206, 268, 283, 298 0
1 CB 218/241 (90%) 0.97 48 (22%) 146, 174, 199, 216 0
2 AC 206,233 (88%) 0.31 4 (1%) 67 58 106, 135, 169, 198 0
2 cC 206,233 (88%) 0.21 4 (1%) 67 58 111, 140, 177, 195 0
3 AD 205/206 (99%) 0.20 10 (4%) 30 24 | 102, 139, 185, 204 0
3 CD 205/206 (99%) -0.26 1(0%) {90 | 86 86, 109, 140, 157 0
4 AE 150/167 (89%) 2.98 79 (52% 102, 214, 237, 255 0
4 CE 150/167 (89%) 0.44 8 (5%) 27 22 86, 134, 166, 209 0
5 AF 100/135 (74%) 0.64 15 (15%) | 140, 166, 186, 192 0
5 CF 100/135 (74%) 0.72 12 (12%) 140, 170, 200, 208 0
6 AG 151/179 (84%) 0.48 9 (5%) 23 |17 128, 157, 186, 202 0
6 | CG | 150/179 (83%) 0.49 20 (13%) 115, 165, 204, 219 | 0
7 AH 129/130 (99%) 0.47 9 (6%)  17/13 102, 134, 158, 182 0
7 CH 129/130 (99%) 0.23 3(2%) 61 51 106, 135, 159, 174 0
8 Al 127/130 (97%) 0.47 10 (7%) 131 11| | 108, 158, 190, 210 0
8 CI 127/130 (97%) 0.74 19 (14%) 114, 174, 206, 221 0
9 AJ 98,/103 (95%) 0.15 1 (1%) 82| 74 105, 150, 194, 211 0
9 CJ 98/103 (95%) 0.82 16 (16%) 12113 113, 165, 210, 220 0
10 | AK 117/129 (90%) 0.85 16 (13%) [ 3] 14 100, 149, 183, 200 0
10 | CK 117/129 (90%) 0.60 11 (9%) 19118 89, 133, 167, 192 0
11 AL 123/124 (99%) 0.16 4 (3%) 47 37 75, 95, 132, 157 0
11 CL 123/124 (99%) 0.09 2 (1%) 72 63 83, 101, 132, 151 0
12 | AM 114/118 (96%) 0.54 13 (11%) | 6 122, 182, 213, 232 0
12 | CM 113/118 (95%) 0.62 9 (7%) | 13} | 11 133, 193, 225, 235 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 AN 96,/101 (95%) 0.25 4 (4%) 37 29 111, 142, 184, 210 0
13 CN 95/101 (94%) 0.56 10 (10%) [ 71 |6 117, 149, 199, 207 0
14 AO 88/89 (98%) 0.15 1(1%) 80 72 105, 133, 163, 199 0
14 CcO 88,/89 (98%) 0.13 2 (2%) 61 51 113, 141, 174, 197 0
15 AP 82/82 (100%) 0.93 18 (21%) 95, 127, 165, 208 0
15 CP 80/82 (97%) 0.87 10 (12%) 98, 122, 156, 189 0
16 AQ 80/84 (95%) 0.74 6 (7%) 69, 100, 142, 159 0
16 CQ 80/84 (95%) 0.93 9 (11%) 72, 111, 142, 159 0
17 | AR 55/75 (73%) 0.61 7 ( 129, 148, 180, 190 0
17 CR 55/75 (73%) 0.87 8 (14%) 131, 150, 170, 182 0
18 AS 79/92 (85%) 0.82 13 ( 140, 176, 210, 235 0
18 CS 79/92 (85%) 1.24 16 ( 151, 182, 215, 230 0
19 AT 85/87 (97%) 0.15 0 | 89, 121, 149, 180 0
19 CT 85/87 (97%) 0.66 8 (9%) 115, 153, 185, 206 0
20 AU 51/71 (71%) 0.61 6 (11%) 98, 145, 201, 208 0
20 CuU 51/71 (71%) 0.65 7 ( 104, 139, 173, 193 0
21 AA | 1533/1533 (100%) -0.49 15 (0%) | 82| 74 65, 123, 208, 301 0
22 AV 17/17 (100%) -0.16 1(5%) 23 |17 102, 112, 149, 197 0
22 cv 17/17 (100%) -0.22 1(5%) 23 |17 99, 104, 145, 179 0
23 | AW 6/6 (100%) 0.56 1 (16%) | 100, 109, 120, 155 0
23 | CW 6/6 (100%) 0.21 0 98, 105, 123, 130 0
24 BA 2854,/2903 (98%) -0.43 40 (1%) 75 66 36, 66, 188, 342 0
24 DA 2841/2903 (97%) -0.08 57 (2%) 65 56 79, 132, 236, 340 0
25 BB 118/118 (100%) -0.65 0 | 100 52, 81, 113, 162 0
26 BC 271/273 (99%) -0.12 4 (1%) 74 64 44, 80, 122, 159 0
26 DC 271/273 (99%) 0.44 14 (5%) 28 22 89, 133, 164, 189 0
27 BD 209/209 (100%) -0.14 0 {100 100 37, 59, 105, 146 0
27 | DD 209/209 (100%) 0.50 19 (9%) 1101 {8 83, 131, 164, 186 0
28 BE 201/201 (100%) -0.04 4 (1%) 65 56 38, 84, 131, 164 0
28 DE 201,/201 (100%) 0.51 16 (7%) | 13 95, 171, 212, 250 0
29 BF 177/179 (98%) 0.99 27 (15%) | 2| 90, 148, 201, 218 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
29 DF 178/179 (99%) 2.88 103 (57%) 250, 278, 301, 305 0
30 BG 176/177 (99%) 0.02 2 (1%) 180 72 66, 91, 135, 160 0
30 DG 176/177 (99%) 0.99 120, 148, 177, 204 0
31 BH 149/149 (100%) 3.03 89, 262, 290, 299 0
31 DH 149/149 (100%) 2.49 156, 244, 279, 286 0
32 BI 141/142 (99%) 2.25 237, 306, 364, 376 0
32 DI 141/142 (99%) 2.79 277, 331, 367, 378 0
33 BJ 142/142 (100%) -0.30 41, 57, 102, 157 0
33 DJ 142/142 (100%) 0.20 3(2%) 64 54 92, 115, 142, 181 0
34 BK 122/123 (99%) -0.23 04100 I 100 41, 56, 110, 177 0
34 DK 122/123 (99%) 0.51 3 (2%) 58 47 93, 115, 144, 173 0
35 BL 143/144 (99%) -0.22 1 (0%) | 87f 82 38, 77, 119, 160 0
35 DL 143/144 (99%) 0.70 19 (13%) f4) 14 93, 155, 197, 209 0
36 BM 136/136 (100%) -0.13 1 (0%) | 87f 82 41, 67, 114, 152 0
36 DM 136/136 (100%) 0.90 22 (16%) |23 80, 107, 142, 164 0
37 BN 120/127 (94%) -0.12 0 §100Q§100 46, 63, 84, 138 0
37 DN 120/127 (94%) 1.09 24 (20%) 1 4]2 122, 154, 180, 217 0
38 BO 116/117 (99%) -0.28 0 §100Q§100 73, 84, 124, 149 0
38 DO 116/117 (99%) 2.06 54 (46%) 0§11 165, 197, 217, 225 0
39 BP 114/115 (99%) -0.21 1 (0%) 184} 77 49, 67, 123, 152 0
39 DP 114/115 (99%) 0.46 6 (5%) 27 22 117, 137, 163, 182 0
40 BQ 117/118 (99%) -0.49 0 40, 58, 100, 127 0
40 DQ 117/118 (99%) 0.47 ( 97, 119, 143, 172 0
41 BR 103/103 (100%) -0.11 ( 39, 70, 116, 158 0
41 DR 103/103 (100%) 0.86 96, 133, 157, 164 0
42 BS 110/110 (100%) -0.37 41, 58, 95, 161 0
42 DS 110/110 (100%) 0.68 98, 141, 173, 188 0
43 BT 93/100 (93%) 0.38 4 (4%) 36 28 56, 95, 135, 165 0
43 DT 93/100 (93%) 2.17 49 (52%) 144, 196, 226, 237 0
44 BU 102/104 (98%) 0.27 3(2%) 52 41 77, 105, 139, 194 0
44 DU 102/104 (98%) 2.36 57 (55%) o) |1 174, 208, 248, 279 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
45 | BV 94/94 (100%) 0.02 0 f100] 100 60, 81, 115, 143 0
45 | DV 94/94 (100%) 1.79 37 (39%) fo} | 1 125, 188,226,239 | 0
46 | BW 79/85 (92%) 0.09 2 (2%) 58 47 50, 75, 131, 168 0
46 | DW 79/85 (92%) 1.22 20 (25%) [ 1)1 88, 134, 164, 184 0
47 | BX 77/78 (98%) -0.26 2 (2%) 56 45 50, 84, 126, 147 0
47 | DX 77/78 (98%) 0.92 16 (20%) | 1 110, 157, 187,203 | 0
48 BY 63/63 (100%) 0.22 7 (11%) EIE 87, 109, 154, 163 0
48 | DY 63/63 (100%) 0.91 11 (17%) 196, 218, 251,257 | 0
49 BZ 58/59 (98%) -0.07 2 (3%) 46 36 49, 63, 106, 145 0
49 | DZ 58/59 (98%) 0.50 4 (6%) 181113 97, 116, 142, 155 0
50 B0 56/57 (98%) -0.48 0 f100] 100 40, 63, 119, 143 0
50 DO 56/57 (98%) 0.53 5(8%) 110/ | 8] 93, 152, 190, 202 0
51 B1 50/55 (90%) 0.38 1(2%) 65 56 63, 91, 117, 156 0
51 D1 50/55 (90%) 1.18 11 (22%) f1111 113,142, 173,179 | 0
52 B2 46,46 (100%) -0.30 1(2%) 62 53 50, 61, 80, 165 0
52 D2 46/46 (100%) 0.20 1(2%) 62 53 118, 137,161, 174 | 0
53 | B3 64/65 (98%) 20.28 0 45, 63, 98, 133 0
53 D3 64/65 (98%) 0.45 2 (3%) 49 39 105, 123, 146, 174 | 0
54 B4 38/38 (100%) -0.16 0 f100] 100 54, 68, 100, 118 0
54 D4 38/38 (100%) 0.82 1(2%) 56 45 95, 117, 138, 142 0
55 | CA | 1530/1530 (100%) -0.27 28 (1%) 69 60 | 77,126, 214, 305 0
56 | DB 117/117 (100%) -0.41 0100} 100 87, 166, 194, 210 0
All | ALl | 20477/21120 (96%) 0.23 1598 (7%) | 14 36, 125, 246, 378 0

The worst 5 of 1598 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
31 BH 92 | GLY 21.9
31 DH 92 | GLY 21.4
31 DH 93 | SER 20.7
29 DF 129 | MET 20.6
31 BH 119 | ASN 18.2
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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
57 | MG DA | 3062 1/1 0.69 1.05 | 27.84 85,85,85,85
o7 MG DA 3134 1/1 0.82 1.43 26.25 | 126,126,126,126
o7 MG DA 3077 1/1 0.92 0.67 | 21.95 86,86,86,86
o7 MG DA 3109 1/1 0.65 0.45 | 21.61 92,92,92,92
o7 MG BA 3037 1/1 0.85 0.36 17.52 42,42,42,42
o7 MG BA 3058 1/1 0.83 0.49 16.57 44.44.,44,44
o7 MG BA 3071 1/1 0.83 0.36 15.81 38,38,38,38
o7 MG BA 3041 1/1 0.94 0.26 11.89 43,43,43,43
o7 MG CA 1625 1/1 0.85 0.33 11.43 86,86,86,86
o7 MG DA 3054 1/1 0.86 0.39 10.05 88,88,88,88
57 | MG | CA |1629| 1/1 0.87 | 0.51 | 899 | 111,111,111,111
57 | MG BA | 3005 1/1 0.87 0.21 8.96 73,73,73,73
o7 MG AA 1607 1/1 0.19 0.36 7.70 88,88,88,88
57 | MG | BA | 3136 | 1/1 0.98 | 0.44 | 6.94 AT AT AT AT
o7 MG BA 3124 1/1 0.82 0.55 6.73 41,41,41,41
o7 MG CA 1628 1/1 0.90 0.35 6.15 79,79,79,79
o7 MG BA 3118 1/1 0.96 0.24 6.10 42,4242 42
57 | MG | BA | 3002 1/1 093 | 032 | 6.03 AT 47 AT AT
o7 MG AA 1642 1/1 0.87 0.20 5.43 74,74,74,74
o7 MG DA 3002 1/1 0.91 0.30 5.38 125,125,125,125
o7 MG DA 3071 1/1 0.74 0.60 5.33 94,94,94,94
57 | MG BA | 3105 1/1 0.95 0.21 5.26 38,38,38,38
o7 MG AA 1631 1/1 0.92 0.27 4.39 98,98,98,98
o7 MG DA 3041 1/1 0.70 0.26 3.96 113,113,113,113 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
o7 MG BA | 3072 1/1 0.94 0.22 3.51 38,38,38,38 0
57 MG BA | 3109 1/1 0.95 0.21 3.43 42,42.42 42 0
57 MG AA | 1641 1/1 0.83 0.33 3.43 89,89,89,89 0
o7 MG CA | 1637 1/1 0.98 0.31 3.11 83,83,83,83 0
57 MG AA ] 1629 1/1 0.90 0.23 2.92 | 129,129,129,129 0
57 MG DA | 3101 1/1 0.93 0.26 2.76 82,82,82,82 0
57 MG BA | 3104 1/1 0.97 0.20 2.62 38,38,38,38 0
o7 MG CA | 1639 1/1 0.84 0.24 2.52 | 165,165,165,165 0
57 MG CA | 1617 1/1 0.67 0.45 2.06 | 130,130,130,130 0
57 MG BA | 3028 1/1 0.85 0.21 2.05 39,39,39,39 0
57 MG CA | 1604 1/1 0.91 0.13 2.00 | 106,106,106,106 0
57 MG DA | 3107 1/1 0.68 0.23 1.98 | 130,130,130,130 0
57 MG CA | 1613 1/1 0.87 0.24 1.88 79,79,79,79 0
57 MG CA | 1630 1/1 0.90 0.28 1.87 79,79,79,79 0
o7 MG CA | 1607 1/1 0.83 0.23 1.78 89,89,89,89 0
o7 MG AA | 1604 1/1 0.80 0.12 1.42 | 126,126,126,126 0
57 MG DA | 3053 1/1 0.90 0.24 1.41 | 101,101,101,101 0
57 MG BB 202 1/1 0.94 0.17 1.25 | 114,114,114,114 0
57 MG CA | 1618 1/1 0.92 0.21 1.15 | 108,108,108,108 0
57 MG CA | 1641 1/1 0.97 0.18 0.88 91,91,91,91 0
o7 MG BA | 3132 1/1 0.94 0.45 0.83 42,42.42 42 0
o7 MG BA | 3059 1/1 0.96 0.20 0.82 50,50,50,50 0
o7 MG DA | 3104 1/1 0.93 0.22 0.78 | 107,107,107,107 0
57 MG DA | 3003 1/1 0.92 0.23 0.77 94,94,94,94 0
57 MG BA | 3130 1/1 0.97 0.17 0.68 49,49,49,49 0
57 MG CA | 1621 1/1 0.96 0.19 0.67 85,85,85,85 0
57 MG DA | 3094 1/1 0.90 0.18 0.63 | 126,126,126,126 0
57 MG DA | 3129 1/1 0.87 0.28 0.46 83,83,83,83 0
o7 MG BA | 3038 1/1 0.95 0.17 0.44 42,42.42 42 0
57 MG BA | 3008 1/1 0.99 0.17 0.42 43,43,43,43 0
57 MG DA | 3027 1/1 0.84 0.18 0.35 87,87,87,87 0
57 MG DA | 3025 1/1 0.97 0.19 0.25 | 105,105,105,105 0
57 MG BA | 3048 1/1 0.94 0.16 0.23 74,74,74,74 0
o7 MG DA | 3086 1/1 0.70 0.21 0.16 | 148,148,148,148 0
o7 MG AA | 1613 1/1 0.97 0.15 0.15 74,74,74,74 0
o7 MG BA | 3128 1/1 0.96 0.15 0.14 52,52,52,52 0
57 MG BA | 3101 1/1 0.97 0.17 0.12 38,38,38,38 0
57 MG DA | 3050 1/1 0.90 0.20 | -0.09 | 148,148,148,148 0
57 MG BA | 3108 1/1 0.98 0.14 | -0.35 40,40,40,40 0
o7 MG BA | 3107 1/1 0.89 0.18 | -0.45 49,49,49,49 0
57 MG AA ] 1625 1/1 0.79 0.15 | -0.62 90,90,90,90 0
o7 MG DA | 3085 1/1 0.60 0.15 | -0.71 | 190,190,190,190 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG AA | 1622 1/1 0.97 0.15 | -0.72 85,85,85,85 0
57 MG DA | 3105 1/1 0.96 0.17 | -0.79 91,91,91,91 0
57 MG AA | 1611 1/1 0.94 0.15 | -0.82 91,91,91,91 0
57 MG DA | 3046 1/1 0.92 0.17 | -0.86 | 142,142,142,142 0
57 MG BA | 3051 1/1 0.96 0.12 | -0.88 39,39,39,39 0
o7 MG DA | 3019 1/1 0.84 0.13 | -0.98 | 150,150,150,150 0
o7 MG AA | 1617 1/1 0.85 0.10 | -1.00 | 123,123,123,123 0
57 MG DA | 3039 1/1 0.98 0.15 | -1.03 | 104,104,104,104 0
57 MG BA | 3114 1/1 0.92 0.13 | -1.05 73,73,73,73 0
57 MG DA | 3106 1/1 0.92 0.14 | -1.07 92,92,92,92 0
58 ZN B4 101 1/1 0.98 0.11 | -1.08 79,79,79,79 0
57 MG DA | 3116 1/1 0.85 0.17 | -1.10 98,98,98,98 0
57 MG BA | 3134 1/1 0.92 0.14 | -1.21 38,38,38,38 0
o7 MG CA | 1642 1/1 0.86 0.12 | -1.26 | 102,102,102,102 0
57 MG DA | 3125 1/1 0.96 0.16 | -1.44 90,90,90,90 0
57 MG DA | 3068 1/1 0.80 0.16 | -1.46 86,86,86,86 0
57 MG BA | 3024 1/1 0.93 0.13 | -1.46 42,42.42 42 0
57 MG DA | 3070 1/1 0.82 0.14 | -1.52 94,94,94,94 0
o7 MG BD 301 1/1 0.95 0.13 | -1.59 39,39,39,39 0
o7 MG BA | 3013 1/1 0.97 0.12 | -1.66 38,38,38,38 0
58 ZN D4 101 1/1 0.99 0.04 | -1.68 79,79,79,79 0
57 MG CA | 1631 1/1 0.94 0.14 | -1.69 91,91,91,91 0
57 MG AA | 1606 1/1 0.90 0.12 | -1.73 96,96,96,96 0
57 MG CA | 1609 1/1 0.85 0.17 | -1.78 96,96,96,96 0
o7 MG CA | 1634 1/1 0.78 0.11 | -1.84 97,97,97,97 0
o7 MG BA | 3066 1/1 0.98 0.14 | -1.91 43,43,43,43 0
57 MG BA | 3116 1/1 0.96 0.14 | -1.91 38,38,38,38 0
57 MG CA | 1616 1/1 0.78 0.13 | -2.03 | 136,136,136,136 0
57 MG DA | 3044 1/1 0.98 0.14 | -2.05 | 116,116,116,116 0
57 MG BA | 3022 1/1 0.94 0.11 | -2.11 38,38,38,38 0
57 MG BA | 3018 1/1 0.96 0.06 | -2.15 67,67,67,67 0
o7 MG BA | 3050 1/1 0.98 0.12 | -2.15 40,40,40,40 0
57 MG BA | 3110 1/1 0.96 0.10 | -2.16 50,50,50,50 0
o7 MG DA | 3098 1/1 0.94 0.15 | -2.21 87,87,87,87 0
57 MG DA | 3113 1/1 0.93 0.14 | -2.24 86,86,86,86 0
57 MG DA | 3024 1/1 0.95 0.14 | -2.27 90,90,90,90 0
57 MG CA | 1606 1/1 0.68 0.14 | -2.29 85,85,85,85 0
57 MG DA | 3026 1/1 0.94 0.14 | -2.34 88,88,88,88 0
o7 MG BA | 3063 1/1 0.92 0.11 | -2.34 37,37,37,37 0
57 MG BA | 3012 1/1 0.96 0.14 | -2.36 38,38,38,38 0
o7 MG BA | 3120 1/1 0.94 0.12 | -2.39 41,41,41,41 0
57 MG DA | 3052 1/1 0.88 0.15 | -2.40 | 118,118,118,118 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG DA | 3018 1/1 0.92 0.14 | -2.55 | 106,106,106,106 0
57 MG DA | 3013 1/1 0.93 0.14 | -2.62 93,93,93,93 0
57 MG DA | 3081 1/1 0.81 0.14 | -2.66 87,87,87,87 0
57 MG BA | 3023 1/1 0.97 0.08 | -2.69 41,41,41,41 0
57 MG DA | 3132 1/1 0.93 0.09 | -2.70 94,94,94,94 0
o7 MG BA | 3040 1/1 0.85 0.15 | -2.78 41,41,41,41 0
o7 MG AA | 1634 1/1 0.98 0.10 | -2.78 | 102,102,102,102 0
57 MG AA | 1643 1/1 0.95 0.10 | -2.93 81,81,81,81 0
57 MG DA | 3074 1/1 0.92 0.11 | -3.06 98,98,98,98 0
57 MG BA | 3025 1/1 0.86 0.10 | -3.14 41,41,41,41 0
57 MG BA | 3080 1/1 0.88 0.13 | -3.19 74,74,74,74 0
o7 MG DA | 3057 1/1 0.83 0.14 | -3.27 92,92,92,92 0
o7 MG BA | 3078 1/1 0.95 0.08 | -3.29 86,86,86,86 0
57 MG AA | 1616 1/1 0.96 0.10 | -3.31 | 126,126,126,126 0
57 MG DA | 3102 1/1 0.94 0.11 | -3.31 84,84,84,84 0
57 MG BA | 3054 1/1 0.97 0.11 | -3.47 44,4444 44 0
57 MG BA | 3069 1/1 0.95 0.11 | -3.51 52,52,52,52 0
57 MG AA | 1609 1/1 0.95 0.12 | -3.59 91,91,91,91 0
o7 MG BA | 3097 1/1 0.97 0.10 | -3.67 49,49,49,49 0
o7 MG BA | 3017 1/1 0.99 0.09 | -4.78 39,39,39,39 0
57 MG DA | 3042 1/1 0.94 0.14 | -6.18 | 101,101,101,101 0
57 MG BA | 3036 1/1 0.95 0.07 | -6.28 47,4747 47 0
57 MG DA | 3063 1/1 0.97 0.13 | -6.98 92,92,92,92 0
57 MG BA | 3129 1/1 0.98 0.08 | -8.33 39,39,39,39 0
o7 MG DA | 3033 1/1 0.94 0.17 - 94,94,94,94 0
o7 MG DA | 3131 1/1 0.69 0.88 - 103,103,103,103 0
o7 MG CA | 1612 1/1 0.69 0.33 - 86,86,86,86 0
57 MG CA | 1623 1/1 0.93 0.21 - 89,89,89,89 0
57 MG DA | 3092 1/1 0.96 0.20 - 102,102,102,102 0
57 MG AA | 1618 1/1 0.69 0.17 - 104,104,104,104 0
57 MG BA | 3091 1/1 0.93 0.10 - 69,69,69,69 0
o7 MG DA | 3031 1/1 0.86 0.39 - 98,98,98,98 0
o7 MG AA ] 1630 1/1 0.76 0.13 - 79,79,79,79 0
o7 MG BA | 3123 1/1 0.89 0.17 - 63,63,63,63 0
57 MG DA | 3088 1/1 0.68 0.21 - 101,101,101,101 0
57 MG BA | 3031 1/1 0.99 0.14 - 42 42,42 42 0
57 MG DA | 3020 1/1 0.91 0.16 - 153,153,153,153 0
57 MG BA | 3113 1/1 0.96 0.16 - 38,38,38,38 0
o7 MG BA | 3061 1/1 0.96 0.50 - 39,39,39,39 0
o7 MG DA | 3065 1/1 0.52 1.84 - 84,84,84,84 0
o7 MG BA | 3099 1/1 0.90 0.21 - 41,41,41,41 0
57 MG CA | 1602 1/1 0.81 0.39 - 106,106,106,106 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG DA | 3072 1/1 0.92 0.13 - 84,84,84,84 0
57 MG BA | 3082 1/1 0.99 0.12 - 38,38,38,38 0
57 MG CA | 1638 1/1 0.79 0.12 - 141,141,141,141 0
57 MG CA | 1608 1/1 0.91 0.22 - 86,86,86,86 0
57 MG BA | 3093 1/1 0.93 0.27 - 84,84,84,84 0
o7 MG BA | 3103 1/1 0.98 0.10 - 64,64,64,64 0
o7 MG BA | 3126 1/1 0.96 0.25 - D7,57,57,57 0
57 MG BA | 3095 1/1 0.82 0.30 - 75,75,75,75 0
57 MG DA | 3017 1/1 0.82 0.53 - 102,102,102,102 0
57 MG DA | 3112 1/1 0.49 0.70 - 115,115,115,115 0
57 MG AA ] 1620 1/1 0.88 0.20 - 144,144,144,144 0
o7 MG DA | 3021 1/1 0.82 0.68 - 132,132,132,132 0
o7 MG DA | 3061 1/1 0.94 0.43 - 84,84,84,84 0
57 MG BA | 3083 1/1 0.97 0.05 - 43,43,43,43 0
57 MG BA | 3074 1/1 0.98 0.07 - 38,38,38,38 0
57 MG BA | 3046 1/1 0.86 0.17 - 63,63,63,63 0
57 MG BA | 3034 1/1 0.96 0.19 - 40,40,40,40 0
57 MG DA | 3064 1/1 0.79 0.50 - 87,87,87,87 0
o7 MG DA | 3082 1/1 0.91 0.29 - 83,83,83,83 0
o7 MG BA | 3089 1/1 0.95 0.11 - 50,50,50,50 0
57 MG DA | 3099 1/1 0.71 0.80 - 98,98,98.,98 0
57 MG AA | 1603 1/1 0.96 0.12 - 76,76,76,76 0
57 MG BA | 3035 1/1 0.86 0.20 - 55,55,55,55 0
57 MG DA | 3049 1/1 0.88 0.16 - 150,150,150,150 0
57 MG BA | 3042 1/1 0.93 0.14 - 56,56,56,56 0
o7 MG DA | 3095 1/1 0.92 0.13 - 159,159,159,159 0
o7 MG CA | 1622 1/1 0.77 0.11 - 138,138,138,138 0
57 MG CA | 1610 1/1 0.86 0.10 - 129,129,129,129 0
57 MG BB 204 1/1 0.93 0.17 - 57,57,57,57 0
57 MG AA | 1628 1/1 0.81 0.33 - 107,107,107,107 0
57 MG DA | 3069 1/1 0.96 0.13 - 86,86,86,86 0
o7 MG BA | 3021 1/1 0.97 0.10 - 42,42.42 42 0
o7 MG AA | 1612 1/1 0.96 0.12 - 82,82,82,82 0
o7 MG DA | 3012 1/1 0.88 0.31 - 96,96,96,96 0
57 MG DA | 3133 1/1 0.63 0.67 - 115,115,115,115 0
57 MG BA | 3122 1/1 0.98 0.18 - 40,40,40,40 0
57 MG BA | 3016 1/1 0.99 0.33 - 39,39,39,39 0
57 MG BA | 3015 1/1 0.82 0.64 - 38,38,38,38 0
o7 MG DA | 3010 1/1 0.91 0.13 - 108,108,108,108 0
57 MG AA | 1621 1/1 0.69 0.19 - 67,67,67,67 0
o7 MG BA | 3011 1/1 0.94 0.38 - 44,44.44 44 0
57 MG DA | 3090 1/1 0.58 0.34 - 92,92,92,92 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG DA | 3016 1/1 0.66 1.17 - 96,96,96,96 0
57 MG BA | 3086 1/1 0.92 0.14 - 43,43,43,43 0
57 MG DA | 3123 1/1 0.97 0.16 - 93,93,93,93 0
57 MG DA | 3130 1/1 0.96 0.66 - 85,85,85,85 0
57 MG BA | 3049 1/1 0.94 0.12 - 45,45,45,45 0
o7 MG AA ] 1635 1/1 0.89 0.10 - 114,114,114,114 0
o7 MG DA | 3029 1/1 0.87 0.29 - 108,108,108,108 0
57 MG BA | 3006 1/1 0.95 0.11 - 88,88,88,88 0
57 MG DA | 3006 1/1 0.84 0.21 - 149,149,149,149 0
57 MG DA | 3056 1/1 0.97 0.17 - 101,101,101,101 0
57 MG BA | 3102 1/1 0.86 0.31 - 40,40,40,40 0
o7 MG BA | 3009 1/1 0.95 0.13 - 46,46,46,46 0
o7 MG AA ] 1619 1/1 0.20 0.84 - 136,136,136,136 0
o7 MG AA ] 1602 1/1 0.95 0.23 - 79,79,79,79 0
57 MG BA | 3019 1/1 0.92 0.12 - 70,70,70,70 0
57 MG CA | 1635 1/1 0.91 0.09 - 114,114,114,114 0
57 MG BA | 3014 1/1 0.94 0.30 - 38,38,38,38 0
57 MG DA | 3115 1/1 0.89 0.21 - 84,84,84,84 0
o7 MG AA | 1636 1/1 0.70 0.38 - 120,120,120,120 0
o7 MG BA | 3062 1/1 0.87 0.52 - 38,38,38,38 0
57 MG BA | 3106 1/1 0.95 0.14 - 40,40,40,40 0
57 MG BA | 3039 1/1 0.94 0.11 - 40,40,40,40 0
57 MG AA | 1601 1/1 0.92 0.08 - 111,111,111,111 0
57 MG DA | 3051 1/1 0.92 0.21 - 1re, 177,177,177 0
57 MG DA | 3014 1/1 0.90 0.35 - 90,90,90,90 0
57 MG BA | 3117 1/1 0.95 0.14 - 56,56,56,56 0
o7 MG DA | 3008 1/1 0.90 0.22 - 177, 177,177,177 0
57 MG CA | 1627 1/1 0.80 0.24 - 106,106,106,106 0
57 MG BA | 3119 1/1 0.83 0.35 - 52,52,52,52 0
57 MG BA | 3096 1/1 0.96 0.09 - 45,45,45,45 0
57 MG BA | 3077 1/1 0.91 0.31 - 45,45,45,45 0
o7 MG DA | 3078 1/1 0.87 0.31 - 79,79,79,79 0
o7 MG BA | 3127 1/1 0.96 0.05 - 40,40,40,40 0
o7 MG DA | 3100 1/1 0.84 0.55 - 149,149,149,149 0
57 MG BA | 3081 1/1 0.95 0.17 - 40,40,40,40 0
57 MG BA | 3075 1/1 0.86 0.47 - 40,40,40,40 0
57 MG BA | 3004 1/1 0.95 0.25 - 69,69,69,69 0
57 MG DA | 3007 1/1 0.48 0.35 - 192,192,192,192 0
o7 MG BA | 3115 1/1 0.78 0.31 - 49,49,49,49 0
o7 MG DA | 3047 1/1 0.55 0.20 - 148,148,148,148 0
o7 MG BA | 3032 1/1 0.92 0.13 - 40,40,40,40 0
57 MG DA | 3030 1/1 0.96 0.50 - 101,101,101,101 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG DB 201 1/1 0.79 0.31 - 108,108,108,108 0
57 MG DA | 3060 1/1 0.23 0.54 - 96,96,96,96 0
57 MG CA | 1615 1/1 0.83 0.38 - 118,118,118,118 0
57 MG DA | 3022 1/1 0.92 0.21 - 105,105,105,105 0
57 MG BA | 3068 1/1 0.97 0.19 - 52,52,52,52 0
o7 MG DA | 3005 1/1 0.81 0.12 - 157,157,157,157 0
o7 MG AA | 1626 1/1 0.95 0.23 - 107,107,107,107 0
57 MG BA | 3057 1/1 0.98 0.34 - 42.42.42 42 0
57 MG BA | 3090 1/1 0.90 0.13 - 47,4747 .47 0
57 MG BA | 3052 1/1 0.85 0.13 - 38,38,38,38 0
57 MG BA | 3033 1/1 0.96 0.12 - 40,40,40,40 0
o7 MG DA | 3110 1/1 0.34 1.51 - 82,82,82,82 0
o7 MG DA | 3004 1/1 0.61 1.92 - 150,150,150,150 0
57 MG DA | 3036 1/1 0.96 0.13 - 84,84,84,84 0
57 MG BA | 3065 1/1 0.94 0.25 - 38,38,38,38 0
57 MG BA | 3030 1/1 0.94 0.45 - 41,41,41,41 0
57 MG CA | 1633 1/1 0.97 0.12 - 101,101,101,101 0
57 MG BA | 3047 1/1 0.93 0.15 - 63,63,63,63 0
o7 MG DA | 3119 1/1 0.89 0.16 - 138,138,138,138 0
o7 MG BA | 3064 1/1 0.96 0.10 - 38,38,38,38 0
57 MG BA | 3044 1/1 0.88 0.10 - 71,71,71,71 0
57 MG DA | 3009 1/1 0.73 0.20 - 121,121,121,121 0
57 MG DA | 3124 1/1 0.89 0.19 - 133,133,133,133 0
57 MG CA | 1636 1/1 0.89 0.75 - 88,88,88,88 0
o7 MG BB 203 1/1 0.98 0.09 - 57,57,57,57 0
57 MG BA | 3112 1/1 0.84 0.22 - 46,46,46,46 0
o7 MG DA | 3028 1/1 0.94 0.95 - 103,103,103,103 0
57 MG DA | 3043 1/1 0.87 0.19 - 107,107,107,107 0
57 MG AA | 1605 1/1 0.95 0.09 - 103,103,103,103 0
57 MG CA | 1619 1/1 0.86 0.83 - 119,119,119,119 0
57 MG CA | 1614 1/1 0.84 0.23 - 114,114,114,114 0
o7 MG DA | 3103 1/1 0.93 0.20 - 91,91,91,91 0
o7 MG DA | 3127 1/1 0.93 0.22 - 104,104,104,104 0
o7 MG BA | 3060 1/1 0.89 0.31 - 39,39,39,39 0
57 MG DA | 3023 1/1 0.88 0.65 - 101,101,101,101 0
57 MG BA | 3067 1/1 0.98 0.09 - 40,40,40,40 0
57 MG DA | 3034 1/1 0.94 0.21 - 89,89,89,89 0
57 MG CA | 1605 1/1 0.95 0.21 - 89,89,89,89 0
o7 MG BA | 3100 1/1 0.97 0.09 - 59,59,59,59 0
o7 MG DA | 3037 1/1 0.92 0.17 - 83,83,83,83 0
o7 MG DA | 3059 1/1 0.78 0.46 - 88,88,88,88 0
57 MG AA | 1610 1/1 0.95 0.16 - 125,125,125,125 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG BA | 3053 1/1 0.95 0.12 - 41,41,41,41 0
57 MG BA | 3020 1/1 0.98 0.10 - 46,46,46,46 0
57 MG DA | 3108 1/1 0.90 0.26 - 82,82,82,82 0
57 MG CA | 1620 1/1 0.88 0.26 - 93,93,93,93 0
57 MG DA | 3066 1/1 0.84 0.34 - 92,92,92,92 0
o7 MG DA | 3084 1/1 0.68 0.15 - 157,157,157,157 0
o7 MG BA | 3084 1/1 0.88 0.55 - 49,49,49,49 0
57 MG DA | 3055 1/1 0.98 0.16 - 85,85,85,85 0
57 MG DA | 3126 1/1 0.77 0.48 - 99,99,99,99 0
57 MG BA | 3001 1/1 0.91 0.15 - 45,45,45,45 0
57 MG DA | 3048 1/1 0.86 0.19 - 131,131,131,131 0
57 MG DA | 3114 1/1 0.97 0.08 - 98,98,98,98 0
57 MG BA | 3121 1/1 0.92 0.10 - 45,45,45,45 0
57 MG DA | 3058 1/1 0.92 0.14 - 96,96,96,96 0
57 MG DA | 3075 1/1 0.80 0.11 - 255,255,255,255 0
57 MG DA | 3089 1/1 0.79 0.30 - 110,110,110,110 0
57 MG BA | 3076 1/1 0.94 0.15 - 47474747 0
57 MG BA | 3045 1/1 0.90 0.25 - 62,62,62,62 0
o7 MG DA | 3096 1/1 0.90 0.63 - 120,120,120,120 0
o7 MG AA ] 1615 1/1 0.95 0.08 - 117,117,117,117 0
57 MG BA | 3131 1/1 0.76 0.75 - 48,48,48,48 0
57 MG DA | 3083 1/1 0.91 0.22 - 121,121,121,121 0
57 MG BA | 3087 1/1 0.97 0.11 - 45,45,45,45 0
57 MG BA | 3094 1/1 0.88 0.12 - 75,75,75,75 0
o7 MG BA | 3125 1/1 0.97 0.17 - 40,40,40,40 0
o7 MG BA | 3088 1/1 0.95 0.07 - 58,58,58,58 0
57 MG AA ] 1623 1/1 0.92 0.21 - 108,108,108,108 0
57 MG BA | 3135 1/1 0.86 0.48 - 43,43,43,43 0
57 MG AA | 1640 1/1 0.89 0.12 - 132,132,132,132 0
57 MG AA ] 1639 1/1 0.96 0.06 - 119,119,119,119 0
57 MG CA | 1626 1/1 0.92 0.14 - 110,110,110,110 0
57 MG AA | 1632 1/1 0.89 0.16 - 95,95,95,95 0
57 MG DA | 3117 1/1 0.91 0.15 - 90,90,90,90 0
o7 MG BA | 3092 1/1 0.89 0.19 - 108,108,108,108 0
57 MG DA | 3097 1/1 0.86 0.20 - 119,119,119,119 0
57 MG DA | 3015 1/1 0.82 0.23 - 88,88,88,88 0
57 MG DA | 3091 1/1 0.94 0.13 - 93,93,93,93 0
57 MG BA | 3027 1/1 0.98 0.06 - 41,41,41,41 0
o7 MG BA | 3085 1/1 0.95 0.53 - 42,42.42 42 0
o7 MG DA | 3040 1/1 0.88 0.49 - 102,102,102,102 0
o7 MG AA | 1637 1/1 0.81 0.21 - 87,87,87,87 0
57 MG BA | 3056 1/1 0.92 0.34 - 45,45,45,45 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG BA | 3079 1/1 0.80 0.09 - 89,89,89,89 0
57 MG DJ 201 1/1 0.87 0.43 - 101,101,101,101 0
57 MG AA ] 1633 1/1 0.96 0.13 - 107,107,107,107 0
57 MG DA | 3067 1/1 0.96 0.16 - 86,86,86,86 0
57 MG BA | 3133 1/1 0.86 0.57 - 53,53,53,53 0
o7 MG CA | 1611 1/1 0.96 0.09 - 93,93,93,93 0
o7 MG BA | 3026 1/1 0.84 0.35 - 41,41,41,41 0
57 MG DA | 3032 1/1 0.86 0.27 - 87,87,87,87 0
57 MG DC 301 1/1 0.53 0.38 - 103,103,103,103 0
57 MG AA | 1627 1/1 0.91 0.58 - 109,109,109,109 0
57 MG BB 201 1/1 0.81 0.57 - 105,105,105,105 0
o7 MG DA | 3011 1/1 0.88 0.55 - 110,110,110,110 0
o7 MG DA | 3087 1/1 0.96 0.09 - 88,88,88,88 0
57 MG BA | 3029 1/1 0.96 0.10 - 38,38,38,38 0
57 MG BA | 3055 1/1 0.97 0.13 - 44,4444 44 0
57 MG DA | 3080 1/1 0.94 0.53 - 84,84,84,84 0
57 MG DA | 3093 1/1 0.53 0.52 - 93,93,93,93 0
57 MG DA | 3045 1/1 0.80 0.20 - 141,141,141,141 0
o7 MG BA | 3073 1/1 0.98 0.08 - 43,43,43,43 0
57 MG BA | 3111 1/1 0.83 0.15 - 38,38,38,38 0
57 MG CA | 1640 1/1 0.94 0.41 - 87,87,87,87 0
57 MG DA | 3001 1/1 0.95 0.22 - 115,115,115,115 0
57 MG BA | 3007 1/1 0.83 0.22 - 90,90,90,90 0
57 MG DA | 3121 1/1 0.93 0.22 - 97,97,97,97 0
o7 MG BA | 3043 1/1 0.97 0.15 - 56,56,56,56 0
o7 MG DA | 3073 1/1 0.93 0.28 - 98,98,98,98 0
o7 MG DA | 3079 1/1 0.95 0.22 - 90,90,90,90 0
57 MG DA | 3120 1/1 0.85 0.66 - 96,96,96,96 0
57 MG DA | 3038 1/1 0.93 0.17 - 108,108,108,108 0
57 MG DA | 3122 1/1 0.96 0.23 - 142,142,142,142 0
57 MG BA | 3010 1/1 0.95 0.09 - 46,46,46,46 0
o7 MG BA | 3070 1/1 0.57 0.19 - 140,140,140,140 0
o7 MG DA | 3035 1/1 0.87 0.21 - 88,88,88,88 0
o7 MG DA | 3076 1/1 -0.05 1.26 - 109,109,109,109 0
57 MG DA | 3128 1/1 0.72 0.56 - 100,100,100,100 0
57 MG DA | 3111 1/1 0.88 0.21 - 164,164,164,164 0
57 MG CA | 1632 1/1 0.69 0.15 - 125,125,125,125 0
57 MG AA ] 1608 1/1 0.96 0.24 - 82,82,82,82 0
o7 MG AA | 1614 1/1 0.92 0.24 - 113,113,113,113 0
57 MG CA | 1624 1/1 0.71 0.92 - 79,79,79,79 0
o7 MG CA | 1603 1/1 0.77 0.39 - 92,92,92,92 0
57 MG BA | 3003 1/1 0.98 0.07 - 73,73,73,73 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG AA | 1624 1/1 0.75 0.21 - 94,94,94,94 0
57 MG AA | 1638 1/1 0.91 0.14 - 81,81,81,81 0
57 MG DA | 3118 1/1 0.96 0.32 - 99,99,99,99 0
57 MG CA | 1601 1/1 0.80 0.07 - 142,142,142,142 0
57 MG BA | 3098 1/1 0.97 0.64 - 52,52,52,52 0

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