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PDB ID : 4V6D / pdb 00004v6d
Title : Crystal structure of the E. coli 70S ribosome in an intermediate state of ratch-
eting
Authors : Zhang, W.; Dunkle, J.A.; Cate, J.H.D.
Deposited on  : 2009-06-27
Resolution : 3.81 A(reported)

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

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (i) symbol.

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

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

MolProbity : 4-5-2 with Phenix2.0

Xtriage (Phenix) : 2.0

EDS : 3.0

Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
CCP4 : 9.0.010 (Gargrove)
Density-Fitness : 1.0.12
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
http://www.wwpdb.org/validation/2017/FAQs#types
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#references
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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 (|r— 269

Clashscore 0 - 4

Ramachandran outliers D 112%
Sidechain outliers 0 N (6.1%
RSRZ outliers NN I 7.8%

RNA backbone IS | I 33

Worse Better

l Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution

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

R ree 180053 1043 (3.98-3.60)

Clashscore 190562 1075 (3.98-3.66)

Ramachandran outliers 187476 1029 (3.98-3.66)

Sidechain outliers 187428 1024 (3.98-3.66)

RSRZ outliers 180081 1042 (3.98-3.66)

RNA backbone 3983 1009 (4.52-3.10)

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

Mol | Chain | Length Quality of chain
1 AB 241 + 54% 17% . 10%
1 CB 241 &19%_ 58% 13% - 10%
2 AC 233 32% 43% 1% = 12%
2 cC 233 L 30% 46% 12%  12%

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

Mol | Chain | Length Quality of chain
5%
_ S
3 AD 206 25% 55% 18%
-
3 CD 206 34% 529% ow &
51%
—
4 AE 167 17% 49% 22% . 10%
8%
| ...
4 CE 167 29% 46% 15% - 10%
5%
h
5 AF 135 22% 40% 10% o 26%
3%
_
5 CF 135 18% 44% 11% . 26%
%
6 AG 179 31% 46% 6% - 16%
18%
I
6 CG 179 16% 46% 20% " 16%
3%
- .-
7 AH 130 34% 53% 12% -
—
-
7 CH 130 34% 52% 12%
5%
_ T
8 Al 130 24% 58% 13% ..
3%
| ...  m
8 CI 130 21% 66% 10% .-
5%
9 Al 103 31% 40% 22% S 5%
2%
..
9 CJ 103 17% 61% 15% y 5%
P E——
10 AK 129 32% 50% 9% + 9%
5%
10 CK 129 31% 45% 15% 9%
7%
11 AL 124 35% 44% 17%
3%
[
11 CL 124 32% 52% 15%
5%
- S ———
12 AM 118 36% 48% 11%
8%
L
12 CM 118 18% 57% 19%
%
. T E—
13 AN 101 38% 47% 9% . 5%
16%
‘ |
13 CN 101 22% 58% 14% 6%
%
!
14 AO 89 30% 61% 8% .
%
- -
14 CO 89 49% 47% -
1%
h P
15 AP 82 28% 54% 16%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
0%
h
15 CP 82 27% 52% 18%
5%
_
16 AQ 84 23% 48% 21% s 5%
%
16 CcQ 84 . 33% 49% 12% -+ 5%
%
—
17 AR 75 20% 49% 27%
3%
_
17 CR 75 24% 41% 8% 27%
7%
18 AS 92 — 34% 43% 9% 14%
7%
18 CS 92 - 27% 45% 14% 14%
3%
19 AT 87 - 31% 54% 11%
8%
19 | CT g7 | e o T
3%
20 AU 71 ? 41% 17% 28%
1%
| ..
20 CuU 71 20% 27% 21% 28%
%
—
21 AA 1533 20% 48% 19% 13%
22 AV 17 41% 50%
22 CV 17 41% 50%
23 AW 6 67% 33%
23 CW 6 67% 33%
%
24 BA 2903 .T 44% 20% 15%
5%
24 DA 2903 -T 46% 21% 15%
%
25 BB 118 . 27% 42% 18% 14%
6%
26 BC 273 37% 42% 17%
3%
26 DC 273 28% 58% 13%
%
27 BD 209 . 32% 40% 22% 5%
3%
27 DD 209 31% 48% 20%
%
28 BE 201 - 34% 43% 21%
17%
28 DE 201 28% 54% 17%

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

Mol | Chain | Length Quality of chain
5%
29 BF 179 — 40% 40% 17%
34%
1 —
29 DF 179 23% 50% 21%
%
30 BG 177 24% 50% 24%
7%
_ P -
30 DG 177 28% 52% 18% .-
17%
e e N
31 BH 149 35% 39% 21% 5%
33%
N —————
31 DH 149 34% 49% 15% .
8%
32 BI 142 — 32% 54% B TS,
7%
32 DI 142 — 39% 46% %
%
33 | BJ 42 | 55% e —
11%
h I
33 DJ 142 30% 52% 15% .
3%
_
34 BK 123 22% 45% 29%
5%
_
34 DK 123 26% 45% 28%
%
35 BL 144 B 27% 49% 20%
29%
=
35 DL 144 31% 47% 18%
%
36 BM 136 : 30% 47% 21%
3%
36 DM 136 30% 49% 18%
%
37 BN 127 . 33% 43% 17% 6%
25%
L
37 DN 127 24% 53% 17% 6%
3%
38 BO 117 - 37% 45% 15%
76%
e —
38 DO 117 28% 58% 12%
39 BP 115 22% 49% 26% -
2%
L —————
39 DP 115 27% 55% 17% "
%
40 BQ 118 : 38% 42% TTTle% .
7%
| ——— ——
40 DQ 118 31% 50% 18% .
3%
41 | BR 103 | ™ = — e

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

Mol | Chain | Length Quality of chain
22%
. —
41 DR 103 28% 54% 17%
%
42 BS 110 : 37% 45% 15%
14%
L
42 DS 110 31% 52% 15%
14%
e
43 BT 100 27% 36% 27% - 1%
34%
1 — o mmee
43 DT 100 23% 52% 15% T 7%
8%
44 BU 104 32% 45% 19%
34%
I —
44 DU 104 27% 45% 23%
%
45 BV 94 = 43% 41% 15%
40%
T —
45 DV 94 28% 55% 14%
13%
46 BW 85 13% 34% 40% 6% 7%
15%
..
46 DW 85 24% 42% 24% R T7A
47 BX 78 26% 56% 17%
32%
Iy —
47 DX 78 27% 55% 15%
21%
I —
48 BY 63 16% 56% 24% 5%
16%
e ——
48 DY 63 29% 59% 13%
49 BZ 59 27% 47% 22%
7%
49 DZ 59 37% 42% 17%
50 BO 57 39% 46% 14%
11%
h
50 DO 57 32% 53% 14%
51 B1 55 29% 40% 20% . 9%
15%
51 D1 55 40% 44% 7% 9%
7%
52 B2 46 41% 46% 13%
1%
] —
52 D2 46 41% 50% 9%
53 B3 65 40% 51% 5% e
35%
= o m
53 D3 65 37% 45% 15% .

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
54 B4 38 45% 32% 21% -
34%
54 D4 38 47% 29% 24%
2%
55 CA 1530 20% 47% 20% _—
56 DB 117 18% 44% 21% 18%

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

ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG BA 3015 - - - X
57 MG BA 3131 - - - X
57 MG BA 3132 - - - X
o7 MG BA 3133 - - - X
57 MG CA 1624 - - - X
57 MG DA 3004 - - - X
57 MG DA 3016 - - - X
57 MG DA 3062 - - - X
57 MG DA 3065 - - - X
57 MG DA 3076 - - - X
57 MG DA 3110 - - - X
57 MG DA 3131 - - - X
57 MG DA 3134 - - - X
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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.



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




Page 14

wwPDB X-ray Structure Validation Summary Report

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

WO RLDWIDE
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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

e Molecule 57 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

57 AA 43 43 43 0 0
Total Mg

57 BA 136 136 136 0 0
Total Mg

57 BB 4 4 4 0 0

57 | BD | Toltal N{g 0 0
Total Mg

57 CA 42 49 49 0 0

57 | DC | Toltal hgg 0 0

57 | DJ | Toltal N{g 0 0
Total Mg

57 DA 134 134 134 0 0

57 | DB 1 Toltal N{g 0 0

e Molecule 58 is ZINC ION (CCD ID: 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...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
59 DB 4 4 4 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The

first graphic for a chain summarises the proportions of the various outlier classes displayed in the

second graphic. The second graphic shows the sequence view annotated by issues in geometry and

electron density. Residues are color-coded according to the number of geometric quality criteria

for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more.

A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2
or more consecutive residues without any outlier are shown as a green connector. Residues present

in the sample, but not in the model, are shown in grey.
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e Molecule 9: 30S ribosomal protein S10
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e Molecule 16: 30S ribosomal protein S17

5%

21%
R RREEL
2N =] ===} E

48%

23%

5%

Chain AQ:

3]
re)
o

0SN

9€4d
SEX

€EX
[4>3%
Ted
OEH

8CTA

ract
1
€TV

® 61S
8T

v1a
€18

[ ]
© N~
IHA'

<
=

e Molecule 16: 30S ribosomal protein S17

N
o

8934
198
991

794

« 5%

294

654
8GA

12%

Y81

1S3
0SN

8vd

©
oy
==}

YvH

1328
oL

49%

8€Y

SeN

€ex
(428

OEH

L4

sca

(4

33%

8T

%

Chain CQ: :

— ©0 N~
N =
I._l >l=m

8V

e Molecule 17: 30S ribosomal protein S18

LLA
9.4

7L

TLM

0LY
69L

27%

49%

20%

Chain AR:

(4L

(44

0%d

8€I1

~
"
I&

SES

EEL

TEX

621

pran
9Ty

veca
€ed
CTA
Tza

e Molecule 17: 30S ribosomal protein S18

T.a
0LL
694

191
991

791
€94

27%

8%

41%

24%

3%

Chain CR:

8€I

SES

€EL
[43%

0EN

8C1

9Ty

ea
e€ey

CCTA
e 0ZI
614

e Molecule 18: 30S ribosomal protein S19

7%

Chain AS: —

14%

9%

43%

1

34%

cLa
TLD
0.1

i

® €90
29l

+

LSA
9SH
Ssb

€99
TSN
TSH
0SA

LvL
971

42"
EVIW

6€1
8EL

ogy
seyd
ves

3

O

R LDWIDE
PROTEIN DATA BANK

W



4V6D

wwPDB X-ray Structure Validation Summary Report

Page 31

084

L.d

YLV

e Molecule 18: 30S ribosomal protein S19

14%

14%

45%

27%

4%

Chain CS: ™

084

(e
(9]
[9p]
=}
o
)
e
o
—
o
—
=
e}
n
o
e}
o
—
[9p]
jan]
[ap)
>
—
<]
—
=
(]
<]
—
m
[

X
)

B
g
<

=
'3
=
@)

11%

54%

31%

44

azcs

8T

€4
cLY
TLY

e Molecule 19: 30S ribosomal protein S20

8%

Chain CT: —

7%

47%

43%

*

0LY

&)

ool
e Molecule 20: 308 ribosomal protein S21

-
oo}
o

LLN

13%

28%

17%

41%

13%

Chain AU:

e Molecule 20: 308 ribosomal protein S21

28%

21%

27%

20%

14%

Chain CU:

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 32

ovd

€vd

0vd

8€d

©
™
9

o000
0
I
IIIIIII‘Q

oed
62V

LTA

sev
42

{449

ocy

814

©
—
"~

®
™
o
I>I

114
0Td

™
H

: 16S rRNA

e Molecule 21

13%

48% 19%

20%

2%

Chain AA

81D

802N

902D

%02H
€02

S6TV
¥610

seev
¥zed
£€ceN

LTEN

¥1€0
E€TEY
[45°]

0oTed
60€Y
80€D

T6€D

TLEV

09€D
6SGED

L8€D
98EY

£GEV

6VEY

92eD

09%V
6S%Y

9GHY
SG%D

LTvn
9TYN

¥Zvd

LT%D
9T¥D

19541

80%Y
L0770

70%D

00%D
66€D

S6€0
v6ed
E£6EV

LTSH

S2TS0

2Tso

L0SD

67D
€67V

68%0

€LSY
TLSY

045D
6950

1980

L399

9980

€465V
28sn
TS80
0G5D

E€ESY

0€SD

9599

679V
879V

9%9D
S%9D

€790
Tyov

ov9Y

L€9D
9€9N

969V
S69V
769V

269N
169D
069D

T6.LD
06.LY

L8LY
98.D
S8.LD

€810
8Ly
T8LY

LLLY

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 33

S98Y
798V

798D
098Y

898D
1580

L%8D

7¥8D

Se8N
vesn
€€8D
TEBD

0zsn
618V

1180

S6.L0

2160

0760
606V

voen
€069
206D
To6Y
006V

968D

$68D
768D

068D

660
966V

1860

6.60

S.L6Y

€69

TL6D

290Tn
19019
09010

LS0TD

8%01D
L%01D

SY0TD

€V0T1D

701D
0%01n
6E0TD

9E0TV
SEOTV

0€0TN
62010

L

ScoTn
¥201d
€2010

Teoty
0201

8T0TD

174295

6TTTD
811N

STTIN
YIT1D

80TTD

90TTD
SOTTV

00TTD
660TD
860TD
L60TD

T60T0
06010

04070

€90TD

99T1D
S9TTN

€9TTY
29110

CETTD

SGCTH

[ataa
TSC1V
0S2TY
6%CT0
8¥CTV
PAZAN

(4445

£€2CTD
[444 %)

0ZC1d
6TCTY
8TCTD
L1210

60CTD
80CTD
L02TD
902TH

Y0CTV

66710
86TTD

€6TTD

SOETD

96210
S6ecTn

06219

@ 98210

78210

18210

L.21D
9,219
S.LTTV
j2kaa
€L21D
2.L21D

6921V
89219

9921H
S9CTD

€9210
29210
1927V

LSTTY

TOETD
09€TY

8SETN
LSETY
9SETD

YSETN

TSETD
TSeTA
0GETY

vveTD
E€VETD
CYETD

B6EETY

L4450
(4445

ovyIn
6EVTD
8EVTD

9€VTIN
SEVTD

EEVTIV

TEVTY
0EYTY

8CHIV

9TY1d
sTyIn
vevin
€TVTD
[444%)

(1545

PAS AN
9T¥1D
STPTD
4549

{454

OTvTV
60%1D
80VTV
LOYTD
90¥1T0
SO0PTD

€0VTD

%0S1D

TOSTD

LB%TD

@ _ E6%IV

671D
06710
68%1D

L8%1D
98¥%1D

¥8%10

28¥%1D
8710
08%TV
6.%10
8.%1Nn
LL%T0

vLv10
€L71D

0,710

89¥%TV
L9¥%T0
99%10
SOVTY
vovin
€970
29%10
T9%1D
09%1D
6S%TD
8G%TD

9871V

4%

SvyIn
wrin

€E€STD

LgsTn

¥2s1d
€2¢STH
2esTn

0ZSTD

8TSTY

STSTD
$1910
E€TISTY
21§70
TIS1D
0TSTO

P-site tRNA ASL fragment

e Molecule 22

59%

41%

Chain AV

€D
0€D
62D
82D

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 34

P-site tRNA ASL fragment

e Molecule 22

59%

41%

Chain CV:

3

{472
w0
0D
6€0
8EV
LEV
9en
SEV
€D
€eN

messenger RNA

e Molecule 23

33%

67%

Chain AW

on

€D
an
v

messenger RNA

e Molecule 23

33%

67%

Chain CW

on

€D
an
v

: 23S rRNA

e Molecule 24

15%

20%

)
<
o

44%

19%

2%

Chain BA

LSD

75D

19D
0SN

87D

ovn
6€D
8EY

€0
0gd

92D

144
0zd

6TV

L1D

9ETH
SETN

8C10

STV

€219

LTTD
911D
STTD

€110
(4991

011D
601D
801D

YOTY

201N

16D
962
S6vV
VeV

06n
68V
88D

LLD

© o
© ©
T O

€02V

102D

S6TV

2610
T6TV
06TV

881D

€810
28TV

6920

8¥TH
L%2D

6€£2D
8€TD
L€2D

(444

1

(4534

€2C€D

ozey
6T€D

L1€D

71€0

662y

9620
S62D

€620

0620
682D

1829
982N

LBEN

v6€d

i

06€N

S98€D

18€D

9.€D
S.LED

L9€D

S9€EN

£9€D
29V
T9€D

8GeN
LS€D

i

(444

6vEN

w0
15744

€e¥D
0EYY

6CVY
8CTVV

()570]

90%D

9Csy

2esy
1280

6180
819D

06%0

L8%0
98%0
S8%0

8LYY
LLYY

CTLYY

0LvY

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 35

§6S0
v6sn
€650
26SY

06SY

G89D

045D
6950

1950

$98D
%930

ShSn
%30

2¥so
TPSV

8ESY

SESD

1990
999V

0990
659D
859N

TS9D

7oV
€YoV

0%90
6E9N

929V
ST9D

619D
819D

2199
1190
019D
609V
809V

S099

209V
T09D
009D

169D
969D

veon
€69V

7690
069D

899V

T6LY

18L0
98L0

8LV
08.LD

8LLD

9LLD

ToLY
09.D

LS.D
VA
S50

TSLY

LELD
9€.LD
SELY
YELY

828N

9zsen
GT8Y

€280

T28Y

818D
1180
9780

7180

i
3

708V

66.D

L16V

116V

+

106D
9060

706D

106D

1

1680
968V

7680
€680

0480
698D

798D
£98Y

6.6V
816D
116D

cLey
TL6D

696D

996D

956D

756D
€569

TS60
056D
676D
8%6D

[47<0]
V6V

i

9€6Y
SE6D

0€6D
6260
8z6V
Leey
926D

€269

126D
0z6Y

6E0TY

LEOTD
9€0TD

7E0TD

CEOTY
TE0TD
0€0TD
620TY

61010
81010
L10TD
9T0TD
ST0TN
V10TV

900TD
S00TD
70010

7660
£66D

1860

G860

2860
786V

SOTTA
%0110
€0TTV
20TT1D

660TD
L6070

960TV
@ S60TV

@ €60TD
26070

060TY
680TY

980TV
S80TV

@ 280Tn

080TV
6.0TD
8.L0TN
LLOTY
9.0TD
S.0TD

6S50TD

® LSOTV
mmmﬁo
0S0TY
601D

901D

901D
0701V

e
1

L9TTD
99T1D
SOTTV
79110
€9T1D
911D
19110
09TTD
6GTTN

EVITY

07110

L

9ETTD

TETTD

60110
80T1N
LOTTD
90TTD

GETTD
vecin
€ETTD
CETTD

(4345
11210

momab
66TTN
86TTN
hmmao
€6TTD
26TTD

06TTD
68TTV
88TTN
L8TTD

G8TTD
¥8T1IN
€8T1T0
¢8TTD
78110

® 6.11D

LLTTD
9,110
SLTTV

€LTT0
TLTTD
TLITD

S8CTV
y8CTV

821N

08CTD
6.CTD
8.TTD

T.L21D

69TV

claal
€9210

0921V
6SCTD
852TN
LSTTD

i4zaal
E€¥CID

SOETV

C9ETD

0SETD

LYETY
9VETD

CYETY

*
1

5

8EETD

8CTETY

SZETN

€CETD
CTETY

0ZETD
6TETD
8T€TN
LIETD
9TETN

CIETN

0TETD

ovyIn
6EVTY
8EVTIN

veviv
EEVTY

9CY 1D
STY1D
12445
€TY1D
(4445
13445

8T¥ID
L1710

LOPTD
90%TN

[4vian\
T0%1D

S6ETY

€6ETY
CTE6ETY

88ETH

€8ETY
Z8ETD
T8ETD

LLETD
9.L€T0

® V.ED
€LETY

TLETD

89€TH

9057

COSTY
TOSTD

[45745)

68%10

L8%T0
98%1N

¥S%10

0S¥%1D

8¥¥ID
LY¥T0
9Y¥10
SYPID
14445
€vvINn

RLDWIDE
PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 36

94510

GSSTD

€5STV
CSSTY
TSSTV

67TV
8¥STV
L¥STD
9%STD

E€¥STD

T¥STO

LOSTD

L¥910

(4225
Y91V

8€9TD
LEITY

€€9TD

T€9TD
0E€9TYV

829T1D

92TV

vcotn
€291

619TD
8191V
L19TD

€T9TD

0191V

6091V

S09TD

TTLTV
OTLTD
60.T0

SOLTY

(4%

8691V
L691D

8891N
18919
98910
S89T0

089TN

8L9TV

9.9V

€L91D
TLOTY
1,910

99919
S99TV
7991V
€99TD

T99TD
0991
6991D
8991D
18910
939910

2891V

0591V
67970

0LLTD

89.10

99.1D

%9L1D
€9LTD
[4734

@ TELID

62.T0

L]
LTLTD
9CLTD
ScLINn
YCLID

cTLIY
TTLID
0zLIn
6TLID

[AYAN]

7810

§281N
v281d
€2¢8T1H

0z81n
6181V

71810
€181
[45:391)

+

S08TV
70810

T08TV

86.10
L6LTD

F

06.LTD
68LTY

8.L.L1I0
LL.10
9LLTD
SL.LT0
YLLID

S06TD
7061
€061
20610

6681V
86810
L6819

26810
T681D
0681V
6881V
8881
881D
98810
G88TV
78810

881N
18810

6.81D
81819

9181V
G.8TD
7,810

89810

ve8TV
€981V
29810
9810
05819

8¥8TV

9¥81D

€¥8TD
cv81d

€961V
TS6TV

8¥61D

7v610

ov61Tn

SE6TD

£E6TD

92610

vZ61D
€26TN
¢T6TD
T261D
02610

L1610
9T6TV

11670
0T6TD

L06TD

8102

91020
ST0CYV

€102V
2102
11020
0702

F

S002Y

€002V
20029
T002D
00020

066TD
686TD
886TD
L86TY

G86TD
78619

28610

LLETY

V.61
€L67D

6961V

S602Y

§.020n
v.02n
€L020

TLOTV
0,02V

99020
$9020

6502V

L5029

vs0cy
€502

6%02D
8%02D
L%02D
9%02d

b

{44441

6€020n

® LS1TD
°
L]
® PvsiTy

€GT120
@ <TS1Td

0GT12D

E€Y12D

15414

6ETCN

L0T2D
90120
soten

€0720

0072ZH

L6802V
96020

61cen
8122
pARAS)
9122

60229

S0zey

£022Nn

1022

08720

T8¢V
0822

8.LTey

j2X44

TL2TD
0,22V

¥9¢ed
€922D
c¢ozTen
19220
0922D

85¢2D
Lszen
95229

|14

9¥Ted
Eizad
¥¥cen
€vcen

157441

LETTD
9€T2Nn

€2TTH

eveen

oveey
B6EETO

veean

CTEETD
TEETD
0€€Td
62€2N

STETD

8T€TH
L1€2Y
9T€TH
STETD

€T€TD

11ECTY

v8cey

voven

@ 2o¥en

00%2D
66€TD

06€2N
68€TH

RLDWIDE

18€Tn

28€TH
T8€CY
08€2D
6.€CD
8LETY
LLETY

cLeTn
TLETD

L9€TH
99€TY

S9€TH
¥9eed

TSETD

8Y€TN

9vETY

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 37

S.¥2d
v.iven
€Lven
cLyeD
TLYTV
[A%43)
69vCY
89%CY

99%2D

29%2d
ToveyY
09%2n
(1744

L

Piz4

S¥¥ed
14474
15474

€eVTY
[4%5%4 4

[44744)

0Z%ed
61¥%2N
81¥ey
L1%2D
91¥2d
1574
145744
€T¥Cd
(45744
15744
[5743)

8€SCD
Lgsen
9€STD

61520

915eY
S§152D
v152n

96%2D

68720
88%¢H

98%¢D
78¥CD

[4siza )
18%2H
08%2d
6.ven
8.Lyey
LLven

L]
T092D
0092V

L6STH

L

£€652n
652D
16520

)

1L8SCY

832N

08s2n
6.520

LLSTY
952D
§.S20
%.592D

T.820
04829
69529
89520

S95CV
Yosev

c9szn
19520
0952V

85520

96520
98520

€492D
2s§sen
19920

692D
832N

S¥5TH

99920

%992

1992
0992V

LG9TV

¥992d
€%92H
2v9TH
992D
0%92H

L€92n
9€92D
SE9CY

£€92D
[4314

82920
L29TH
92920
S29TH

€292H

8T9ZD
L1920

809ZH
092D

70920

0€.LZD
62.LTH

2eLTd
TeLey
0z.Lzn
6T.LZD
8T.LZD
LTL2D
912D
ST.2D

60.2D

S0.LTV
%0.,2D

20.LZH
ToLZn
0042V
66920

96920

769¢H

96.20
S6.20
76,20

[4:7k4

¥..L2D
€LLTD

0L.LZD

19,20

T9.2Y

652D

SS.L20

TELTD

€982D
298TH

0982V
6582H
85820
15829

€982D
2582H

8%8¢H

228TH

81820

91829

vi8cy
€182V
2182H
T182D
0182V

50820
70820

2082ZH

86.2n
Lelen

0682
68820
88820

9882V

2882V

: 23S rRNA

e Molecule 24

15%

21%

46%

17%

5%

Chain DA:

<
T}
3

son
7oV

89D

9S8V

%D

S7D

0

=3
N
ID

oo}
3¢}
<

119

434

cin

oty

N~ o
© II(:

oV
1
n
€n
(4]

€CTH

LT1D

660
86D
160

S6Y

060
68V

[ ]
80

z8n
8D
08D

8.n
LD

® Tl

690
89D
90

8ETN
LETN
® 9€1d
SETN

L

TETV
® O0€1d

8¥TH

Teey
0zzd
612V
312V

zozn

0TEY

(ka4
6920

992D

€92
{414 4
T92H
092D
652D

ista
752D
€520
[4s14]

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 38

69en

L9€D
99€0
S9€EN

€9€D

T9eD

8gen
® LS€d
® 9S€D
@ S§sen

oveEY

8€ED
LEED
9EED

CTEEY

8zen
L2ED

62hY
8ThV
1290
9Z¥0

0T¥d
607D
80%D

vovY
£0%n
oY
TOvV
00¥D

76€0
€6€0

@ /8en

86%D
L6YY

767D
£67D

S$8%0

8LYY
LLYY

8S¥D
LSPY

[4ci0]
1570

877N

® O0¥¥0
B6EVY

LEYN

$S950
7950

1

0950
655D
855N

S§G6SD
¥ssn
€99D

089D

svsn

L

9CSY

808Y

005D

619D

T09D
009D

96390
630
€680

1650

veon
£69V

1690
® 069D

789D

289D
189D
089D

9.L9Y
SLOV

2590

0590
679D

3
i

9S.LV
SSL0

0S.LY

evLY
VLY

T0LD

128V

708V

66.D

161D

€6.LY
TeLY
160

8.0
98L0

T8LV
08.LD
6.L.L0

® 9.0

® ¥.L.D
eLLn

69.0
89.LD

TOLV
09.D

9180

.80
€180

T.80

698D

158D

G580

£398D

9¥8n

7v8y

cvsn
T¥8D
0%80

€569

8T6Y
LT6Y

Scev
vced
€269

200TD

186D

986D
86V

286D

6.6V
816D

TL6D

® L90TV
@ 990Tn

79010

7501V

¥%010
€%01D
[4{U%)

0%0TV
6E0TYV

CEOTY

67010
87010
L1019
9T0TD

6ETTD
8ETTD

17435

0TTTD

80TTN
L0TTD
90T1D
S0TTN

€0TTV
20T1D

00TTD
660TD
860TV

9601V
@® S60TV

@® €601D
@® 601D
[/

280TN

10210
00210
66710
861TN
LBTTD
96110

€LTTN
CTLITD
TLTTD

69TTY
89TT1D
L9TTD
99T1D
SOTTY

(42 0]
19110

6STTN

SGTTY

€9T1D
CST1D

0STT1D
67110

EVITY

07110

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4V6D

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

Page 39

V9TV

0921V
6GCTH

LSTTO

SECTD

2eTTd
TeTTIN
0€TTY

221D
9TTTY
S2TTH

€2CTH

1144 %)

(4145

€CETD
CTETY

6TE€TD
8TETN
LTETD
9TETN

662TD

S8CTV
v8C1v
€8CTD
281N
821D

04210

68€TD

€8ETY

T8ETD
08ETD

8LETY
LLETD
9LETD

ELETY

79ETD

CT9ETD
TOETD
09€TD
B6SETY
89ETD
LSETD
9G€TD
SGGETD

6EETD
8EETD

1S%10

8¥¥1D
LYPT0
9%¥10
SYPID
YvyID
€YPIN
(4449
15445

6EVTY
8EYIN
LEVTD
9EYTD
SEVTD
VeIV
EEVIV
CEVID
TETIV

SCHID
4445

(4445
1144 %]
® 0TyIV
6T7TV
8T¥1D
LI¥10

STPIN
VIv10
e EIvIV

60710
80%TH
LO¥TD
e oovin
S0P
v0¥TO
E0PTY
[40i 491

@® 96€10

v6ETN
€6ETY
CTEETY
T6ETN
06€TN

711D

C1S10

90STN

Y0STV

TOSTD
00GTD

967 TV
S6VTV

88%10
L8%TN
98%TN

pasian!

871D
8710
08710
6.71D

LSPT0

¥Sv10

YLSTD

$931D

@® €SSTV

6VSTY
8¥STV

SYSTV
YreTv
€¥91D

62STD

LTSTD

92S1D

€2STN

T2S1D

6TSTD
8TSTD
L1STD
9TSTD
SISTY

6€9T0

069TV
689TV

18919

6.L9TV
8L9TV
LLOTY
9.L9TV
SL910

€L9TD
CTLITY

9991D

0LLTD

¥9L1D

[4734

LSLTY

L

€9.1D

TS.10
0§19

PAZAN
VLIV
SYLIV
LIV
€VLID
cvLIn
T9.L10
07L1D
6ELTY

LELTD
9ELTN

299Tn
19919

891N
96970

(41

0991V

S791D
9910
€791D
® <Tv91d
@ T¥91V
L]

0TLTD

90470

2TEBTD
T€81D
0€8TD

71810
€18TD

L0819

S08TYV
70810

86.10
L6LTD
96.10
S6LTD
T6LTV

T6LTV
06LTD

1810

8.L.10
LL.T0

SL.T0
YLLID
ELLTY
TLLTY

0061V
6681V
86810
L68TD
968TD
S68TD
76810

26810
16819

688TY

F

9881V

L

18810
08810
61810
81810

9181V

7.81D
€18TD

89810

€98T1D
29810

65810
8581V

S§58TN
7981V
€58TV

9%81D

€%81D
Zv81D

SGE8TD

€€8TD

0961V

85610

€961V
¢S6TY
TS61N0
0861D
6¥61D

LY61D

7v610

0¥670

SE6TD

£E6TD

LT6TY

vC61D
€26T0
(44
12610
0Z6TD

L1610

6202D
802N
L20TH
902N
S2020

8T02D
,7020

98610

8L6TY

LLEBTY
9.6T0
SL61D
%.610

6961V

vsocy

® TvocTy

0%02D
6€02n
8€0TD

€E0TY
2e0TH

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4V6D

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

Page 40

vSrey
€G720

TS120

012D

6072n

L60TY
96020
S60CY

602D

L0220
90220
(044

L
i

Leten

veten

68120

18120

S8T2N
® %81CV

@ <T81en
8120
08120

°

L]
@ 9S12D

€.LTeY

TL2TD

99zen

cozen

sveen
vveen

eveed

4444

ezeed
T2eed
ozzen
61220

L1229

TveTd
oveey

To%vzn
00%2H

L

96€TH
S6€TO
¥6€20
€6€2N
26ETY

06ezn

€8€TH
28ETH
T8€CV
08€TO

8LETY

9.L€2Y
SLETH
¥.,€20

cLeen

0L€2D
mw“w<
99€TY
S9€TH

€9€TH

SS€CD

€9€2D
cseey

6972V
89%CV
L9%2D
99%20

12544

29%2d
T9%CV

Lsven
99%2D
i7a))

[4%i749

6vv2n

4449

(4744

8eveNn
LEYTD
9EYTD

0Z%20

S0%2H

0¥sed

k

€esen

TESTY
0€STY

L

S2STH

€292
[44°14)

615920

91S8CV
STSTO
¥15en
€T9ey
215820
11520

6052D
8052

S0S52D

00820

S.L%20

[VA743)

0092V

L6SCD

S65CD

£6920n
2692
16820
06392V

8892

852N

TLS820

vosey
€952n
c¢9sen

69520
85520

98520
§592n

€992
gs§sen
19920

0852D

99920
S99¢TV
%992
£€992D
99Ty
T1992H
0992V
6592D
85920

£99zn

67920
8¥92D

¥¥92d

2%92H

0%92H
6€9CY

L€92n

%292H

(44141
@ 1292H

61920

809ZH
092D
90920
S092n

CTELTD
T1€.2D

62.LTH

€2CLTD
2TLTD
1TLey
0z.Lzn
6T.2D

LTL2D
972D

CT.LTD
TTLCV
0T.LZD

80.ZD

8892H
892N

6,92V
892D

S.9TV
¥.92D
€L9TH
cLoTn
TL92D

899ZH

¥6.2D
£€6.20

16,29

68.20
88.20
1L8.L20

S8.20
¥8.L2n
€820

6..20

SL.LTD
¥.L.L2D
€LLT0

TLLTD
0L.L2D

v9.LTV

T9.2V
092D
652D

SSG.L20

[7%4

9v.L2n

¥9.LTO

982D

982N
0982V
6582
85820
1582D

%5829

€982D
[4si143)

928V
§28TH

14341

6182

91829
S§182D
vi8ey
€182V
21829

6082V

9082D
50820

T082ZH

@ 66.TV

96.L2n

0062V
668CY
86820

16820
06829
68820

988CY
S$88CD

2882V

55 rRNA

91829

T.820
04820
69829

e Molecule 25

§982n

14%

18%

42%

27%

%
B

Chain BB

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4V6D

wwPDB X-ray Structure Validation Summary Report

508 ribosomal protein L2

Page 41

son

e
©
o

€90

— o
© ©
T O

Sy
re)
o

1

oSV

i [}
4 54
o O

0 0 ]
M 0 S
qulo

©
0
o

- o m
M oo
O Dbv

© o
[S]
O <

44

110

| o
m N~ o -
O (& (LIRS

=N m
~S N
II() v <

911D
STTV
7110
€110

1110

L0TD
901D
SO0TD

[ 405
TOTY
001D

86D
16D

séen
w6V
€60
260

989

3

6.9

e Molecule 26

17%

42%

37%

6%

Chain BC

0Lx
69N
894

994

~
-
=

<
1o}
]

-
22

L

671

SYN

8€Y
LES

ved

zel

[44ct
Ted

8L
Ld

TA

S¢1d
445

11TV

801D
LOTH

COTX
1014
00TH

664

16V

¥8d
£8d

7838
081

SLY

€rey
(454

66TH
8614

S61D
Y6TA

261D

06TL

181D

S8TV

€8TA
® 811

08T

9LTd
SLT1

€LTT

0LTX

b

99TH
SOTV

*

9¥%ed
SYelL
¥vea
€¥ed

508 ribosomal protein L2

1549

9€TH

o€ed
6CCH

9ged
SseeN

6TCA
8TCL
L12d

STCA

e Molecule 26

13%

13%

o 0 © 0 (o] 0
n [ToQuYe) w0 © © ©
S (L) £ @ - (=]

oO-NMOEL oo odq 0O~ O DO
HoH oA Sl NN NN NAN®
HoeH = oo o
M<oaEeH >a<s< [T I= S

58%

28%

Chain DC

6L

9%d

TN
EVN

el
0¥d

LES
9EN

ved

zel
Ted
ogy
624

L

j£4:

™
o
=)

T2d

® 6IA
8TA

[
9TA
STA
7453
€1y

o o~
= B

SOTV
e V0Tl
® €071

1014
00TH
® 663
86D
L6d
963
S6A

€6A
261

*

S6T1D
v6TA
€674

OLTA

9914

T9TA

6STL

SSTH
YSTV

i
3

® 9¢td
SeeN

@® 612A
8TCL

® ¥1¢d

e Molecule 27

8924
L92A

508 ribosomal protein L3

5%

22%

40%

32%

%
B

Chain BD

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 42

0LX
69V
894

94
€9d
{428
TOL

L

98

0SA
67d
8¥vI
LYY

£

o) 0 o
m-mm
1= E=)

YeEA

ZeN

Ll

€ed

—
N
wn

(=)
]
=

®
)
o

©
—
[=}

< w0
—
o

€Ty
(43"

[l m-oo
o = 3

-
=

121l

L6S

¢
)
=4

S8V

284
184

3

9.LD

I

LD

181d

AR
8LTA

9.1a
SL11
vL18
€LT0

L9TN

Y910

Ll

ZSTd

67IN
Eiads)

9%11

508 ribosomal protein L3

e Molecule 27

€9d

20%

€90

[4hN
TSL

670

L

071
6€d

48%
.

9eb
SEL

ZeN

ogd
6CA

€ed

[aUe)
o 0
=

1es
0ozA
61D

31%

114
9TL
ST4

13%

€7y

o
—
=

Lo
0TH
oo

A
A
g

o]
=
O

YETH
EETL

TeTd
0ETD
62TL

® /Ltld

STTM
e %1y

OTTL

80Td

SOTX

2oty
T0Td
0071

86A

3

<
[
o

@ o
@ o
[0

S6TD

(438 4

8811

9811
S8IN
¥8TY
€814

181

6L1Y4
8LTA

TLIL

6974

€91D
{4228 4
TOTH
09T

508 ribosomal protein 1.4

e Molecule 28

2%

21%

3

3
L

43%

34%

Ll

Chain BE

125
€LI
LS

89V

S9L

1948
09M

€41

1S9

3

L9

SYY

6ev

SEA

€EA

0ed
6CH

erac
j£4\

27
€11

—

N~ © o -

A< o <
o <
© 0
0 =

& w0
= A

=
=

TP

LETA
9T
SETV
TETT

TETL
0ETA

9CTA

€CTH

TCTA
0TTA

® 8T11
L1748

235

(435}

0TTS

C6H
T6eda

68d

~ o
0 0
< =

—
© 0
oo

©
~
=

96TA

(43334

88TH

S8TA

08TT
6.L1S

S¥1a

(4254

508 ribosomal protein 1.4

e Molecule 28

17%

54%

28%

17%

Chain DE

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 43

j£4\

[se}
N
[

=3 o
() w O~ D i N
HABAdXAEcn B A

74958
ETTA

T11d
0TTS

901X

o oo
© = ©
o %

760

C6H

68d
@ 88d

98V
S84

78D

8LM

9.d
SLS
e ¥

® T.lS
TLD

751

TSTD
0STL

A4S

S¥1a
e ¥¥id
EVTT

TV
071a

® 8eT1
LETA
9eTh

veTT
€ETT

TETL
0ETH

:
e Molecule 29

0021
66T

1673
96TA

50S ribosomal protein L5

17%

40%

40%

9%

Chain BF

894

S91
79d

3

09s

9591

€SV

3

671
8%'1

sva

(]
< <
< =

® 8€ld
LETA
9€TI

0ETD
6CTH

LCTX
€21

zecia
1214

(4314

60TYH
80Td
LOTA

SOTI
70Tl

+

00T3d

rwl
D
129

681
88A
L84

S$8D
781

6.4
8LI
LLN

SES
" 0

€L1d
cL1d

8971

291da

50S ribosomal protein L5

e Molecule 29

21%

50%

34%

23%

Chain DF

6SI
85V

991

€SV
(414

0sa

L9
v

w0
4
a

<
<
.<

B6EA

veL
€EL

0EA

LTA

omo B
= R >

0T1d

0zTs
6114
81TV

S6W
64
€64
26D

508 ribosomal protein L6

061

L83

® 89

® 991
® S91
® %9d

z90

LL1d
9.T4

YLTd
€L1a
[IAX:S
TLTY

8911

votd

® 1918

® 8STL
® LSTL
® 9STL

® €STI
® IS1a

671d

9¥1a

I
€¥1a

171d

ceTY

® O0€1d
® 6T
® 8T1S

9TIN
® S21d

e Molecule 30

® €21

TeTd

2%

24%

50%

(=) N ©O I~ 0
o ] M M n
= — H=Aa

24%

Chain BG:

€90
29V

099

LSA

[4=p)
1S4

671

(472

@
™
<

~
o
o

®

10
IS
H

€¢I

Tzh

3

LTH

YIA

Tid

o
-
=

©
<

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V6D

Page 44

2270
9CTL
S2Td
¥Z10

Ty
1211

81TV

YITH
e11a
CITA

60TS
80Td

S0TS
7011
€0TN
0TI
TOTA

® 0 ©
o @ 0
II=~ II“ = IIII

T6A

3

180

081

9L1

YW
€Ls
CTLN
L1
0LT

L9V
991
S99
wov

9LTH

ELTV

9974

€9TX

1545

8T
LETH
9€1d

PETD
EETA

0€TI
62T

50S ribosomal protein L6

e Molecule 30

18%

52%

28%

< 10 ©
-
III.> = >.IIIIIII

7%
Chain DG:

ooV
TOM

6EV
8€d
LEN
9€1
SEL
ved

zel
1ed

8¢

ol
SCI

IIMII
N
=]

—
N
o

o
-
=

~ o
n->I

1S

621d
8¢TL
2270

S¢1d

3

764

269
T6A
069

881
280

084
6LL
8LA

9LT
SLA
VLN

TLT
0.1

e Molecule 31

894
L9V
99L

€90

9LTH
SLTH
YLIA

89TA
LOTA

29T

6GTH

LSTH
9GTA

50S ribosomal protein L9

® ©vS1d
€STd

TGTH

8¥TY
® L¥T1

SYTV

[441]

OVTI
6ETA
8ETD

CETT

0ETI

5%

21%

39%

17%
. 35%

Chain BH

TSY

624
9gy
- O
44
Lo

N
o
£

TCA

o ~ (2}
g e

IIw .
H

o
o

-
=

0ETA

9C1H

iZ4ann
€CTH

@® 6TIN

LTTT

®
o
-
—
=

L0TD

®
d
S
=
S

661

o
(=}
=]

[

© I~
©
a |

I

CLI

69V

L9V

6714

LYTA

508 ribosomal protein L9

SHIN

EVTI

1

e Molecule 31

6€Td
8ETA
LETH

SETH

€ETH
® <CEld

15%

49%

33%
34%

Chain DH:

SOV
7oV
€9V

e ¥vI

13728
(AN
B6EV
8€d
LEA
9EY

ced
TeA

9V
SCA
1443
€cv

® 12A
810

ST1

® €10

8}
La
91
ST
I

4]

SOTV

€0TA

e T101Q
@ 00TV
® 661

® 961

e ¥6I
® €65

684

980

e 78V
® €8i
® T8S

® 08I

8LA
e LLL

SL1

ELN

T
0.3

894

15458
oIV

Le1d
9ETS

® VEIA

CETA

O

R LDWIDE
PROTEIN DATA BANK

W



Page 45 wwPDB X-ray Structure Validation Summary Report

4V6D
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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) B s s
% Data completeness 78.6 (75.71-3.81) Depositor
(in resolution range) 78.6 (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 Depositor
R R 0.207 , 0.253 Depositor
7 Phfree 0.226 , 0.269 DCC
Rree test set 8842 reflections (2.02%) wwPDB-VP
Wilson B-factor (A?) 99.2 Xtriage
Anisotropy 0.140 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.24 ,67.1 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: MG,
ZN

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 0.38 0/1735 0.86 5/2338 (0.2%)
1 CB 0.38 0/1735 0.89 4/2338 (0.2%)
2 AC 0.39 0/1651 0.84 2/2225 (0.1%)
2 CC 0.39 0/1651 0.81 2/2225 (0.1%)
3 AD 0.38 0/1665 0.77 1/2227 (0.0%)
3 CD 0.45 0/1665 0.85 2/2227 (0.1%)
1 AE | 053 0/1118 1.02 6,/1504 (0.4%)
4 CE 0.47 0/1118 0.87 2/1504 (0.1%)
5 AF 0.37 0/835 0.80 2/1128 (0.2%)
5 CF 0.35 0/835 0.83 3/1128 (0.3%)
6 AG 0.35 0/1195 0.77 0/1602
6 CG 0.38 0/1187 0.80 2/1591 (0.1%)
7 AH 0.38 0/989 0.80 1/1326 (0.1%)
7 CH 0.40 0/989 0.87 1/1326 (0.1%)
8 Al 0.34 0/1034 0.78 1/1375 (0.1%)
8 CI 0.33 0/1034 0.77 0/1375
9 AJ 0.35 0/796 0.84 2/1077 (0.2%)
9 CJ 0.35 0/796 0.84 2/1077 (0.2%)
10 AK 0.36 0/893 0.88 4/1205 (0.3%)
10 CK 0.40 0/893 0.85 0/1205
11 AL 0.45 0/969 0.93 2/1300 (0.2%)
11 CL 0.41 0/969 0.94 2/1300 (0.2%)
12 AM 0.38 0/892 0.87 4/1193 (0.3%)
12 | CM | 045 1/884 (0.1%) 1.04 7/1181 (0.6%)
13 AN 0.35 0/785 0.84 2/1043 (0.2%)
13 CN 0.34 0/780 0.83 2/1036 (0.2%)
14 AO 0.34 0/722 0.79 2/964 (0.2%)
14 CO 0.35 0/722 0.83 2/964 (0.2%)
15 AP 0.39 0/659 0.89 5/884 (0.6%)
15 CPp 0.43 0/648 0.82 0/870
16 AQ 0.40 0/657 0.88 0/881
16 CQ 0.37 0/657 0.84 2/881 (0.2%)
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ 4| Z| >5
17 AR 0.33 0/462 0.83 2/621 (0.3%)
17 CR 0.39 0/462 0.83 0/621
18 AS 0.33 0/652 0.76 0/877
18 CS 0.31 0/652 0.84 2/877 (0.2%)
19 AT 0.40 0/671 0.89 3/888 (0.3%)
19 CT 0.35 0/671 0.81 2/888 (0.2%)
20 AU 0.35 0/430 0.86 2/570 (0.4%)
20 CU 0.39 0/430 0.89 1/570 (0.2%)
21 AA 0.38 0/36834 1.04 312/57462 (0.5%)
22 AV 0.38 0/401 0.79 0/622
22 CV 0.32 0/401 0.72 0/622
23 AW 0.56 0/138 1.24 3/212 (1.4%)
23 CW 0.60 0/138 1.50 2/212 (0.9%)
24 BA 0.46 6,/68626 (0.0%) 1.18 | 808/107056 (0.8%)
24 DA 0.38 1/68314 (0.0%) 1.08 | 649/106569 (0.6%)
25 BB 0.43 0/2828 1.11 31/4410 (0.7%)
26 BC 0.63 0/2121 1.09 17/2852 (0.6%)
26 DC 0.47 0/2121 0.96 6/2852 (0.2%)
27 BD 0.69 0/1586 1.12 4/2134 (0.2%)
27 DD 0.42 0/1586 0.95 7/2134 (0.3%)
28 BE 0.58 0/1571 1.02 7/2113 (0.3%)
28 DE 0.45 0/1571 0.87 2/2113 (0.1%)
29 BF 0.53 1/1434 (0.1%) 0.93 5/1926 (0.3%)
29 DF 0.67 3/1444 (0.2%) 0.99 4/1937 (0.2%)
30 BG 0.53 0/1343 1.00 8/1816 (0.4%)
30 DG 0.38 0/1343 0.85 4/1816 (0.2%)
31 BH 0.70 3/1122 (0.3%) 0.94 2/1515 (0.1%)
31 DH 0.55 2/1122 (0.2%) 0.80 0/1515
32 BI 0.38 0/1046 0.90 2/1410 (0.1%)
32 DI 0.36 0/1046 0.80 2/1410 (0.1%)
33 BJ 0.73 0/1152 1.14 5/1551 (0.3%)
33 DJ 0.50 0/1152 0.97 5/1551 (0.3%)
34 BK 0.72 0/947 1.17 5/1268 (0.4%)
34 DK 0.44 0/947 0.96 3/1268 (0.2%)
35 BL 0.63 0/1054 1.15 5/1403 (0.4%)
35 DL 0.43 0/1054 0.83 0/1403
36 BM 0.63 0/1093 1.11 10/1460 (0.7%)
36 DM 0.56 0/1093 0.99 7/1460 (0.5%)
37 BN 0.65 0/973 1.05 8/1301 (0.6%)
37 DN 0.42 0/973 0.93 2/1301 (0.2%)
38 BO 0.56 0/902 0.92 3/1209 (0.2%)
38 DO 0.59 1/902 (0.1%) 0.95 1/1209 (0.1%)
39 BP 0.60 0/929 1.08 5/1242 (0.4%)
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ 4| Z| >5
30 | DP | 041 0,929 0.81 1/1242 (0.1%)
10 | BQ | 0.79 1/960 (0.1%) 1.05 2/1278 (0.2%)
10 | DQ | 048 0,960 0.86 1/1278 (0.1%)
a1 | BR | 0.72 0,/829 1.09 3/1107 (0.3%)
a1 | DR | 045 0,/829 0.86 0/1107
2 | BS | 077 0/864 1.08 1/1156 (0.1%)
2 | DS | 040 0/864 0.84 1/1156 (0.1%)
13 | BT | 057 0/744 1.02 27994 (0.2%)
43 | DT | 0.36 0,744 0.84 2/994 (0.2%)
44 | BU | 056 0/787 1.13 4/1051 (0.4%)
44 | DU | 042 0,787 0.86 0/1051
5 | BV | 061 0,766 1.04 5/1025 (0.5%)
5 | DV | 065 1/766 (0.1%) 0.99 3/1025 (0.3%)
16 | BW | 067 0,603 1.20 47797 (0.5%)
16 | DW | 0.44 0,603 0.83 2/797 (0.3%)
47 | BX | 057 0/635 0.98 2/848 (0.2%)
47 | DX | 043 0/635 0.92 1/848 (0.5%)
8 | BY | 058 0/510 0.96 2/677 (0.3%)
8 | DY | 0.8 0/510 0.81 0/677

19 | BZ | 066 0/453 1.04 1/605 (0.2%)
19 | DZ | 042 0/453 0.82 0/605

50 | B0 | 0.4 0,/450 1.00 2/599 (0.3%)
50 | DO | 0.8 0,/450 0.87 0/599

51 | Bl | 0.50 0/416 0.97 2/554 (0.4%)
51 | DI | 0.38 0/416 0.83 0/554

52 | B2 | 0.6l 0,/380 1.14 37198 (0.6%)
52 | D2 | 041 0,/380 0.96 2/498 (0.4%)
53 | B3 | 0.60 0/513 0.98 0/676

53 | D3 | 0.50 0/513 0.89 0/676

54 | B4 | 0.76 0/303 1.29 3/397 (0.8%)
54 | D4 | 057 0/303 0.84 0/397

55 | CA | 0.37 | 2/36762 (0.0%) | 1.05 | 311/57350 (0.5%)
56 | DB | 043 | 1/2803 (0.0%) | 1.23 | 45/4371 (1.0%)
Al | Al | 043 |23/307815 (0.0%) | 1.06 | 2426/460233 (0.5%)

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

36 DM 0 1

All All 0 4

The worst 5 of 23 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
29 DF 78 ILE | CA-CB | 14.39 1.68 1.54
31 BH 48 | GLU C-O -10.48 1.11 1.23
31 BH 48 | GLU CA-C -8.49 1.42 1.52
31 DH 53 | GLU N-CA -6.38 1.38 1.46
45 DV 31 | TYR | CE1-CZ | 6.07 1.52 1.38

The worst 5 of 2426 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
29 DF 78 ILE CB-CA-C | -15.63 88.10 111.08
44 BU 82 VAL N-CA-C 14.12 124.58 111.45
24 BA 1330 C N1-C1’-C2’ | -13.65 91.53 112.00
o6 DB 49 C 03’-P-05’ 12.90 123.35 104.00
12 CM 2 ARG | NE-CZ-NH1 | -12.44 109.06 121.50

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 284 0
Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 CB 1704 0 1732 222 0
2 AC 1624 0 1699 148 0
2 cC 1624 0 1699 164 0
3 AD 1643 0 1710 184 0
3 CD 1643 0 1710 157 0
4 AE 1105 0 1148 255 0
4 CE 1105 0 1148 131 0
5 AF 817 0 808 89 0
5 CF 817 0 808 84 0
6 AG 1181 0 1240 105 0
6 CG 1174 0 1230 162 0
7 AH 979 0 1034 122 0
7 CH 979 0 1034 99 0
8 Al 1022 0 1070 125 0
8 CI 1022 0 1070 149 0
9 AJ 786 0 828 79 0
9 CJ 786 0 828 124 0

10 AK 877 0 887 89 0
10 CK 877 0 887 105 0
11 AL 955 0 1019 101 0
11 CL 955 0 1019 103 0
12 AM 883 0 944 75 0
12 CM 876 0 937 144 0
13 AN e 0 827 87 0
13 CN 769 0 822 96 0
14 AO 714 0 737 60 0
14 CO 714 0 737 41 0
15 AP 649 0 666 56 0
15 CP 638 0 656 70 0
16 AQ 648 0 691 84 0
16 CQ 648 0 691 49 0
17 AR 455 0 478 46 0
17 CR 455 0 478 45 0
18 AS 637 0 665 52 0
18 CS 637 0 665 82 0
19 AT 665 0 714 68 0
19 CT 665 0 714 53 0
20 AU 425 0 449 70 0
20 CU 425 0 449 78 0
21 AA 32895 0 16553 1702 0
22 AV 360 0 185 10 0
22 CvV 360 0 185 12 0

Continued on next page...
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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 3140 0
24 DA 60995 0 30677 3532 0
25 BB 2529 0 1281 108 0
26 BC 2082 0 2157 212 0
26 DC 2082 0 2157 228 0
27 BD 1565 0 1616 204 0
27 DD 1565 0 1616 172 0
28 BE 1552 0 1619 158 0
28 DE 1552 0 1619 176 0
29 BF 1410 0 1447 130 0
29 DF 1420 0 1460 204 0
30 BG 1323 0 1374 176 0
30 DG 1323 0 1374 149 0
31 BH 1111 0 1148 123 0
31 DH 1111 0 1148 113 0
32 BI 1032 0 1088 116 0
32 DI 1032 0 1088 72 0
33 BJ 1129 0 1162 167 0
33 DJ 1129 0 1162 124 0
34 BK 938 0 1012 118 0
34 DK 938 0 1012 114 0
35 BL 1045 0 1117 134 0
35 DL 1045 0 1117 149 0
36 BM 1074 0 1157 114 0
36 DM 1074 0 1157 118 0
37 BN 960 0 1000 101 0
37 DN 960 0 1000 119 0
38 BO 892 0 923 73 0
38 DO 892 0 923 157 0
39 BP 917 0 965 143 0
39 DP 917 0 965 107 0
40 BQ 947 0 1022 129 0
40 DQ 947 0 1022 137 0
41 BR 816 0 839 93 0
41 DR 816 0 839 98 0
42 BS 857 0 922 73 0
42 DS 857 0 922 72 0
43 BT 738 0 807 112 0
43 DT 738 0 807 100 0
44 BU 779 0 834 60 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
44 DU 779 0 834 112 0
45 BV 753 0 780 59 0
45 DV 753 0 780 123 0
46 BW 596 0 610 186 0
46 DW 596 0 610 124 0
47 BX 625 0 655 73 0
47 DX 625 0 655 76 0
48 BY 509 0 043 72 0
48 DY 509 0 043 71 0
49 BZ 449 0 491 49 0
49 DZ 449 0 491 41 0
30 BO 444 0 461 36 0
50 DO 444 0 461 52 0
51 B1 409 0 440 40 0
51 D1 409 0 440 34 0
92 B2 377 0 418 33 0
92 D2 377 0 418 36 0
53 B3 504 0 274 o1 0
53 D3 504 0 074 51 0
o4 B4 302 0 340 33 0
o4 D4 302 0 340 26 0
95 CA 32831 0 16521 1803 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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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 1 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 19508 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 41.

The worst 5 of 19508 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...
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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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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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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
29 DF 176/179 (98%) 97 (55%) 45 (26% 34 (19%) |
30 BG 174/177 (98%) 112 (64%) 35 (20% 27 (16%)
30 DG 174/177 (98%) 105 (60%) 41 28 (16%)
31 BH 147/149 (99%) 62 (42%) 54 31 (21%)
31 DH 147/149 (99%) 76 (52%) 50 21 (14%)
32 BI 139/142 (98%) 84 (60%) 44 11 (8%)
32 DI 139/142 (98%) 81 (58%) 39 19 (14%)
33 BJ 140/142 (99%) 106 (76%) 20 14 (10%)
33 DJ 140/142 (99%) 95 (68%) 33 12 (9%)
34 BK 120/123 (98%) 84 (70%) 18 18 (15%)
34 DK 120/123 (98%) 80 (67%) 21 19 (16%)
35 BL 141/144 (98%) 101 (72%) 28 12 (8%)
35 DL 141/144 (98%) 83 (59%) 37 21 (15%)
36 BM 134/136 (98%) 94 (70%) 25 15 (11%)
36 DM 134/136 (98%) 92 (69%) 25 17 (13%)
37 BN 118/127 (93%) 87 (74%) 21 10 (8%)
37 DN 118/127 (93%) 71 (60%) 35 12 (10%)
38 BO 114/117 (97%) 79 (69%) 26 9 (8%)
38 DO 114/117 (97%) 76 (67%) 29 9 (8%)
39 BP 112/115 (97%) 71 (63%) 22 19 (17%)
39 DP 112/115 (97%) 67 (60%) 28 17 (15%)
40 BQ 115/118 (98%) 88 (76%) 18 9 (8%)
40 DQ 115/118 (98%) 79 (69%) 26 10 (9%)
41 BR 101/103 (98%) 79 (78%) 14 8 (8%)
41 DR 101/103 (98%) 72 (71%) 19 10 (10%)
42 BS 108/110 (98%) 76 (70%) 27 5 (5%)
42 DS 108/110 (98%) 81 (75%) 18 9 (8%)
43 BT 91/100 (91%) 53 (58%) 23 15 (16%)
43 DT 91/100 (91%) 48 (53%) 28 15 (16%)
44 BU 100/104 (96%) 71 (71%) 13 16 (16%)
44 DU 100/104 (96%) 51 (51%) 28 (28% 21 (21%)

AAAAAAAAAAAAAAA
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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%) | 150 (83%) | 30 (17%)

1 CB 180/199 (90%) | 158 (88%) | 22 (12%)

2 AC 170/190 (90%) | 143 (84%) | 27 (16%)

2 CcC 170/190 (90%) | 154 (91%) | 16 (9%)

3 AD 172/173 (99%) | 145 (84%) | 27 (16%)

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

4 AE 113/126 (90%) | 86 (76%) | 27 (24%)

4 CE 113/126 (90%) | 93 (82%) | 20 (18%)

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

5 CF 87/116 (75%) 79 (91%) 8 (9%)

6 | AG | 124/147 (84%) | 115 (93%) | 9 (7%)

6 CC | 123/147 (84%) | 94 (76%) | 29 (24%)

7 AH 104/105 (99%) | 91 (88%) 13 (12%) 21
7 | cH | 104105 (99%) | 86 (83%) | 18(17%) | [2][12]

8 Al 105/107 (98%) | 88 (84%) | 17 (16%) 14
8 CI 105/107 (98%) | 90 (86%) | 15 (14%) 18
9 AJ 86,/90 (96%) 73 (85%) 13 (15%) 16
9 CJ 86,90 (96%) 75 (87%) | 11 (13%) 21
10 | AK 90/99 (91%) 81 (90%) 9 (10%) 28
10 CK 90/99 (91%) 77 (86%) 13 (14%) 17
11 AL 103/104 (99%) | 85 (82%) | 18 (18%) |
11 CL 103/104 (99%) | 88 (85%) | 15 (15%) 17
12 | AM 92/96 (96%) 83 (90%) 9 (10%) 29
12 | CM | 91/96 (95%) | 74 (81%) | 17 (19%) 10] |
13 | AN 79/84 (94%) 73 (92%) 6 (8%) 37 |
13 | CN 79/84 (94%) 68 (86%) | 11 (14%) 18
14 | AO 76,77 (99%) 73 (96%) 3 (4%) 28 52
14 | CO 76,77 (99%) 73 (96%) 3 (4%) 28 52
15 | AP 65/65 (100%) 56 (86%) 9 (14%) 3|18

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
15 CP 65/65 (100%) 57 (88%) 8 (12%) 41 21
16 AQ 74/78 (95%) 56 (76%) 18 (24%) 1114
16 CQ 74/78 (95%) 62 (84%) 12 (16%) 201 14
17 AR 48 /65 (74%) 47 (98%) 1 (2%) 47 64
17 CR 48 /65 (74%) 44 (92%) 4 (8%) 34
18 AS 70/79 (89%) 61 (87%) 9 (13%) 20
18 CS 70/79 (89%) 60 (86%) 10 (14%) 18
19 AT 65/66 (98%) 57 (88%) 8 (12%)

19 CT 65/66 (98%) 58 (89%)
20 AU 44/61 (72%) 37 (84%)
20 Cu 44/61 (72%) 33 (75%)
26 BC 216/218 (99%) 176 (82%)
26 DC 216/218 (99%) 191 (88%)
27 BD 164/164 (100%) | 127 (77%)
27 DD 164/164 (100%) | 141 (86%)
28 BE 165/165 (100%) | 124 (75%)
28 DE 165/165 (100%) | 148 (90%)
29 BF 148/150 (99%) 123 (83%)
29 DF 149/150 (99%) 118 (79%)
30 BG 137/138 (99%) 110 (80%)
30 DG 137/138 (99%) 118 (86%)
31 BH 114/114 (100%) 97 (85%)
31 DH 114/114 (100%) | 100 (88%)
32 BI 109/110 (99%) 95 (87%)
32 DI 109/110 (99%) 102 (94%)
33 BJ 116/116 (100%) 90 (78%)
33 DJ 116/116 (100%) 94 (81%)
34 BK 103/104 (99%) 75 (73%)
34 DK 103/104 (99%) 81 (79%)
35 BL 102/103 (99%) 72 (71%)
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%) 20111
36 DM 109/109 (100%) 90 (83%) 19 (17%) 24112
37 BN 100/103 (97%) 80 (80%) 20 (20%) 1018
37 DN 100/103 (97%) 85 (85%) 15 (15%) 34116
38 BO 86,/87 (99%) 65 (76%) 21 (24%) 1114
38 DO 86,/87 (99%) 75 (87%) 11 (13%) 41 21
39 BP 99/100 (99%) 80 (81%) 19 (19%) 1§19
39 DP 99/100 (99%) 92 (93%) 7 (7%) 131 39
40 BQ 89/90 (99%) 72 (81%) 17 (19%) 14110
40 DQ 89/90 (99%) 77 (86%) 12 (14%) 48119
41 BR 84/84 (100%) 65 (77%) 19 (23%) 1015
41 DR 84/84 (100%) 70 (83%) 14 (17%) 21013
42 BS 93/93 (100%) 71 (76%) 22 (24%) 1§15
42 DS 93/93 (100%) 73 (78%) 20 (22%) 1§16
43 BT 80/84 (95%) 62 (78%) 18 (22%) 1§15
43 DT 80/84 (95%) 74 (92%) 6 (8%) 12 38
44 BU 83/85 (98%) 65 (78%) 18 (22%) 1§16
44 DU 83/85 (98%) 69 (83%) 14 (17%) 21113
45 BV 78/78 (100%) 61 (78%) 17 (22%) 1§16
45 DV 78/78 (100%) 65 (83%) 13 (17%) 21113
46 BW 59/63 (94%) 43 (73%) 16 (27%) 03
46 DW 59/63 (94%) 46 (78%) 13 (22%) 1116
47 BX 67/68 (98%) 56 (84%) 11 (16%) 21114
47 DX 67/68 (98%) 59 (88%) 8 (12%) )22 ]
48 BY 55/55 (100%) 39 (71%) 16 (29%) 0ff2
48 DY 55/55 (100%) 51 (93%) 4 (7%) 131 38
49 BZ 48/49 (98%) 35 (73%) 13 (27%) 0fl3
49 DZ 48/49 (98%) 40 (83%) 8 (17%) 21113
50 BO 47/48 (98%) 42 (89%) 5 (11%) 6] 26
50 DO 47/48 (98%) 40 (85%) 7 (15%) 34116
51 B1 45/49 (92%) 34 (76%) 11 (24%) 1114

TTTTTTTTTT

Continued on next page...

1 DE

AAAAA



Page 73 wwPDB X-ray Structure Validation Summary Report

4V6D

Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
51 D1 45/49 (92%) 41 (91%)

52 B2 38/38 (100%) 31 (82%)

52 D2 38/38 (100%) 35 (92%)

53 B3 51/52 (98%) 45 (88%)

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

54 B4 34/34 (100%) 28 (82%)

54 D4 34/34 (100%) 30 (88%)

All All 9331/9756 (96%) | 7833 (84%)

5 of 1498 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
5 CF 86 ARG
27 DD 62 LYS
6 CG 105 GLU
5 CF 85 ILE
12 CM 90 HIS

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 349

such sidechains are listed below:

Mol | Chain | Res | Type
14 CO 37 HIS
34 DK 89 ASN
18 CS 68 HIS
28 DE 41 GLN
39 DP 2 ASN

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
21 AA 1532/1533 (99%) 497 (32%) 255 (16%)

22 AV 16/17 (94%) 0 0

22 CvV 16/17 (94%) 1 (6%) 0

23 AW 5/6 (83%) 3 (60%) 1 (20%)

23 CW 5/6 (83%) 3 (60%) 1 (20%)

24 BA 2850/2903 (98%) 1011 (35%) 492 (17%)

24 DA 2838/2903 (97%) 1038 (36%) 519 (18%)

Continued on next page...
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Mol | Chain Analysed Backbone Outliers | Pucker Outliers
25 BB 117/118 (99%) 36 (30%) 19 (16%)

55 CA 1530/1530 (100%) 533 (34%) 252 (16%)

56 DB 116/117 (99%) 43 (37%) 18 (15%)

All All 9025/9150 (98%) 3165 (35%) 1557 (17%)

5 of 3165 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

5 of 1557 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
55 CA 913 A
24 DA 655 A
55 CA 1085 U
55 CA 889 A
24 DA 103 A

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 oligosaccharides 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.
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There are no ring outliers.

No monomer is involved in short contacts.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

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

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) [Q<0.9
1 AB 218/241 (90%) 1.62 63 (28%) 206, 268, 283, 298 0
1 CB 218/241 (90%) 0.93 21 (9%) [ 131116 | 146, 174, 199, 216 0
2 AC 206,233 (88%) 0.07 1(0%) 187 71 106, 135, 169, 198 0
2 cC 206,233 (88%) 0.17 3(1%) 72 50 111, 140, 177, 195 0
3 AD 205 /206 (99%) 0.46 13 (6%) 26 22 | 102, 139,185,204 | 0
3 CD 205,/206 (99%) 0.37 8 (3%) 43 31 86, 109, 140, 157 0
4 AE 150/167 (89%) 2.78 86 (57%) Elﬂ 102, 214, 237, 255 0
4 CE 150/167 (89%) 1.20 30 (20%) 86, 134, 166, 209 0
5 AF 100/135 (74%) 0.50 8 (8%) 18 |18 140, 166, 186, 192 0
5 CF 100/135 (74%) 0.55 4 (4%) 42 30 140, 170, 200, 208 0
6 AG 151/179 (84%) 0.34 5(3%) 49 34 128, 157, 186, 202 0
6 | CG | 150/179 (83%) 1.17 32 (21%) 115, 165, 204, 219 | 0
7 AH 129/130 (99%) 0.16 4 (3%) 51 35 102, 134, 158, 182 0
7 CH 129/130 (99%) 0.56 7 (5%) 31 24 106, 135, 159, 174 | 0
8 Al 127/130 (97%) 0.65 8 (6%) 26 22 108, 158, 190, 210 0
8 CI 127/130 (97%) 0.89 16 (12%) 18] 1 12| | 114, 174, 206, 221 0
9 AJ 98,103 (95%) 0.48 6 (6%) 27 22 105, 150, 194, 211 0
9 CJ 98/103 (95%) 0.77 12 (12%) 18] 1 12| | 113, 165, 210, 220 0
10 | AK 117/129 (90%) 0.07 0 | 100, 149, 183, 200 0
10 | CK 117/129 (90%) 0.58 7 (5%) 27 22 89, 133, 167, 192 0
11 AL 123/124 (99%) 0.34 9 (7%) 121 19 75, 95, 132, 157 0
11 CL 123/124 (99%) 0.28 4 (3%) 49 34 83, 101, 132, 151 0
12 | AM 114/118 (96%) 0.41 7 (6%) 27 22 122, 182, 213, 232 0
12 | CM 113/118 (95%) 0.83 10 (8%) |15 1 17| | 133, 193, 225, 235 0

Continued on next page...



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains

Page 77 wwPDB X-ray Structure Validation Summary Report 4V6D

Continued from previous page...

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 | AN 96/101 (95%) 0.46 2 (2%) 63 44 | 111,142, 184,210 | 0
13 CN 95/101 (94%) 1.13 16 (16%) 4817 117, 149, 199, 207 0
14 AO 88/89 (98%) 0.03 1 (1%) [ 78 57 105, 133, 163, 199 0
14 CcO 88/89 (98%) 0.32 2 (2%) 61 43 113, 141, 174, 197 0
15 AP 82/82 (100%) 0.67 9 (10%) 14 95, 127, 165, 208 0
15 CPp 80/82 (97%) 0.72 8 (10%) 15 98, 122, 156, 189 0
16 AQ 80/84 (95%) 0.28 4 (5%) 34 26 69, 100, 142, 159 0
16 CQ 80/84 (95%) 0.15 1 (1%) 75 53 72, 111, 142, 159 0
17 AR 55/75 (73%) 0.20 1 (1%) 67 47 129, 148, 180, 190 0
17 CR 55/75 (73%) 0.31 2 (3%) 46 32 131, 150, 170, 182 0
18 AS 79/92 (85%) 0.68 6 (7%) 20 |18 140, 176, 210, 235 0
18 CS 79/92 (85%) 0.61 4 (5%) 33 25 151, 182, 215, 230 0
19 AT 85/87 (97%) 0.28 3 (3%) 47 33 89, 121, 149, 180 0
19 CT 85/87 (97%) 0.57 78%) 171117 115, 153, 185, 206 0
20 AU 51/71 (71%) 1.02 98, 145, 201, 208 0
20 CU 51/71 (71%) 1.14 104, 139, 173, 193 0
21 AA 1533/1533 (100%) -0.04 65, 123, 208, 301 0
22 | AV 17/17 (100%) -0.44 102, 112, 149, 197 | 0
22 CV 17/17 (100%) -0.08 99, 104, 145, 179 0
23 AW 6/6 (100%) 0.35 100, 109, 120, 155 0
23 CW 6/6 (100%) 0.43 98, 105, 123, 130 0
24 BA 2854 /2903 (98%) -0.16 64 (2%) 62 44 36, 66, 188, 342 0
24 DA 2841/2903 (97%) 0.60 151 (5%) 32 24 79, 132, 236, 340 0
25 BB 118/118 (100%) -0.11 1 (0%) 82 63 52, 81, 113, 162 0
26 BC 271/273 (99%) 0.49 17 (6%) 26 22 44, 80, 122, 159 0
26 DC 271/273 (99%) 1.14 36 (13%) 471110 89, 133, 164, 189 0
27 BD 209/209 (100%) 0.15 3(1%) 73 52 37, 59, 105, 146 0
27 DD 209/209 (100%) 0.97 27 (12%) 4741 11 83, 131, 164, 186 0
28 BE 201/201 (100%) 0.12 4 (1%) 65 45 38, 84, 131, 164 0
28 | DE | 201/201 (100%) 0.96 34 (16%) 05,171, 212,250 | 0
29 BF 177/179 (98%) 0.83 17 (9%) [ 13} 1 16 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%) 1.87 61 (34%) 250, 278, 301, 305 0
30 BG 176/177 (99%) 0.17 4 (2%) 61 43 66, 90, 135, 160 0
30 DG 176/177 (99%) 0.73 13 (7%) 120 1 19 120, 148, 177, 204 0
31 BH 149/149 (100%) 1.02 26 (17%) f4)16 89, 262, 290, 299 0
31 DH 149/149 (100%) 1.64 49 (32%) 156, 244, 279, 286 0
32 BI 141/142 (99%) 0.88 11 (7%) 1191 | 18 237, 306, 364, 376 0
32 DI 141/142 (99%) 0.95 10 (7%) 2 19 277, 331, 367, 378 0
33 BJ 142/142 (100%) 0.03 2 (1%) 73 52 41, 57, 102, 157 0
33 DJ 142/142 (100%) 0.75 15 (10%) 11§ 14 92, 115, 142, 181 0
34 BK 122/123 (99%) 0.14 4 (3%) 49 34 41, 56, 110, 177 0
34 DK 122/123 (99%) 0.64 7 (5%) 29 23 93, 115, 144, 173 0
35 BL 143/144 (99%) 0.20 1 (0%) [84] 66 38, 77, 119, 160 0
35 DL 143/144 (99%) 1.53 42 (29%) 1012 93, 155, 197, 209 0
36 BM 136/136 (100%) 0.17 1 (0%)[84] 66 41, 67, 114, 152 0
36 DM 136/136 (100%) 0.50 5(3%) 45 32 80, 107, 142, 164 0
37 BN 120/127 (94%) 0.16 1 (0%) 82 63 46, 63, 84, 138 0
37 | DN | 120/127 (94%) 1.32 32 (26%) 122, 154, 180, 217 | 0
38 BO 116/117 (99%) 0.18 3 (2%) 57 39 73, 84, 124, 149 0
38 DO 116/117 (99%) 2.09 54 (46%) 0§11 165, 197, 217, 225 0
39 BP 114/115 (99%) 0.00 0 J100 Q] 100 49, 67, 123, 152 0
39 DP 114/115 (99%) 0.98 4 (12%) |8) | 12 117, 137, 163, 182 0
40 BQ 117/118 (99%) -0.06 1 (0%) 81| 61 40, 58, 100, 127 0
40 DQ 117/118 (99%) 1.08 (17%) 97, 119, 143, 172 0
41 BR 103/103 (100%) 0.31 3 (2%) 53 37 39, 70, 116, 158 0
41 DR 103/103 (100%) 1.32 23 (22%) 96, 133, 157, 164 0
42 BS 110/110 (100%) 0.13 1 (0%) 181 61 41, 58, 95, 161 0
42 DS 110/110 (100%) 1.06 5 (13%) 98, 141, 173, 188 0
43 BT 93/100 (93%) 0.86 4 (15%) 56, 95, 135, 165 0
43 DT 93/100 (93%) 1.83 34 (36%) 144, 196, 226, 237 0
44 BU 102/104 (98%) 0.64 8 (7%) 19 18 77,105, 139, 194 0
44 DU 102/104 (98%) 1.75 35 (34%) [ 11| 1 174, 208, 248, 279 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
45 BV 94/94 (100%) 0.27 2 (2%) 63 44 60, 81, 115, 143 0
45 DV 94/94 (100%) 1.97 125, 188, 226, 239 0
46 BW 79/85 (92%) 0.91 50, 75, 131, 168 0
46 DW 79/85 (92%) 1.17 88, 134, 164, 184 0
47 BX 77/78 (98%) 0.25 50, 84, 126, 147 0
47 DX 77/78 (98%) 1.72 110, 157, 187, 203 0
48 BY 63/63 (100%) 0.96 87, 109, 154, 163 0
48 DY 63/63 (100%) 1.12 196, 218, 251, 257 0
49 BZ 58/59 (98%) 0.19 49, 63, 106, 145 0
49 DZ 58/59 (98%) 0.73 4 (6%) 23 20 97, 116, 142, 155 0
50 BO 56/57 (98%) 0.06 0 I 100 I I 100| 40, 63, 119, 143 0
50 DO 56/57 (98%) 0.84 6 (10%) (1114 93, 152, 190, 202 0
51 B1 50/55 (90%) -0.00 2 (4%) 42 30 63, 91, 117, 156 0
51 D1 50/55 (90%) 0.80 8 (16%) f5118 113, 142, 173, 179 0
52 B2 46/46 (100%) 0.24 2 (4%) 40 29 50, 61, 80, 165 0
52 D2 46/46 (100%) 1.81 19 (41%) 118, 137, 161, 174 0
53 B3 64/65 (98%) -0.00 0 -|- 45, 63, 98, 133 0
53 D3 64/65 (98%) 1.65 23 (35%) 105, 123, 146, 174 0
54 B4 38/38 (100%) 0.33 04100 54, 68, 100, 118 0
o4 D4 38/38 (100%) 1.60 13 (34%) 95, 117, 138, 142 0
55 CA 1530/1530 (100%) 0.31 55 (3%) 46 32 77,126, 214, 305 0
56 DB 117/117 (100%) 0.23 04100 I 100 87, 166, 194, 210 0
All All 20477/21120 (96%) 0.49 1589 (7%) 119 18 | 36, 125, 246, 378 0

The worst 5 of 1589 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
48 BY 63 | ALA 12.1
29 DF 129 | MET 10.8
29 DF 153 | ILE 10.8
38 DO 28 | VAL 10.5

4 AE 114 | LEU 9.8
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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 oligosaccharides 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. The B-factors column lists the minimum,
median, 95" percentile and maximum values of B factors of atoms in the group. The column
labelled ‘Q< 0.9’ lists the number of atoms with occupancy less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9

o7 MG DA | 3062 1/1 -0.31 0.66 85,89,85,85
o7 MG AA 1619 1/1 -0.13 0.33 | 136,136,136,136
o7 MG DA | 3076 1/1 -0.07 0.67 | 109,109,109,109

57 | MG | CA [1624] 1/1 0.08 | 049 | 79,79,79,79
57 | MG | DA [3134]| 1/1 0.17 | 0.55 | 126,126,126,126
57 | MG | DA [3065| 1/1 0.22 | 0.61 | 84,84,84,84
57 | MG | DA [3016| 1/1 0.28 | 059 | 96,96,96,96
57 | MG | BA |3015| 1/1 030 | 053 | 38,38,38,38
57 | MG | DA |3071| 1/1 0.31 | 0.39 | 94,94,04,04
57 | MG | DA [3131| 1/1 0.39 | 0.42 | 103,103,103,103
57 | MG | CA |1612] 1/1 041 | 0.31 | 86,36,86,86
57 | MG | BA | 3058 | 1/1 042 | 0.37 | 44444444
57 | MG | DA |[3060| 1/1 043 | 0.30 | 96,96,96,96
57 | MG | CA |[1617| 1/1 051 | 0.25 | 130,130,130,130
57 | MG | DA |[3133| 1/1 051 | 0.29 | 115,115,115,115
57 | MG | DC | 301 | 1/1 051 | 0.20 | 103,103,103,103
57 | MG | DA [3004| 1/1 0.53 | 0.42 | 150,150,150,150
57 | MG | DA |[3093| 1/1 054 | 028 | 93,93,93,93
57 | MG | DA |[3040| 1/1 054 | 0.37 | 102,102,102,102
57 | MG | DA [3110| 1/1 0.57 | 056 | 82,82,82,82
57 | MG | BB | 201 | 1/1 0.60 | 0.31 | 105,105,105,105
57 | MG | DA |[3084| 1/1 0.61 | 0.15 | 157,157,157,157
57 | MG | DA |[3077| 1/1 061 | 0.38 | 86,86,86,86
57 | MG | DA |3075| 1/1 0.64 | 0.10 | 255,255,255,255
57 | MG | DA |[3021| 1/1 0.66 | 0.27 | 132,132,132,132
57 | MG | BA |[3075| 1/1 0.68 | 0.38 | 40,40,40,40
57 | MG | DA |[3086| 1/1 0.68 | 0.18 | 148,148,148,148 | 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG DA | 3112 1/1 0.68 0.25 | 115,115,115,115 0
57 MG CA | 1629 1/1 0.69 0.26 | 111,111,111,111 0
57 MG BA | 3135 1/1 0.69 0.36 43,43,43,43 0
57 MG CA | 1625 1/1 0.69 0.21 86,86,86,86 0
57 MG BA | 3077 1/1 0.70 0.24 45,45,45,45 0
o7 MG AA | 1607 1/1 0.70 0.22 88,88,88,88 0
o7 MG DA | 3090 1/1 0.70 0.21 92,92,92,92 0
57 MG DB 201 1/1 0.70 0.18 | 108,108,108,108 0
57 MG DA | 3047 1/1 0.71 0.15 | 148,148,148,148 0
57 MG AA | 1636 1/1 0.71 0.18 | 120,120,120,120 0
57 MG BA | 3133 1/1 0.71 0.44 53,53,53,53 0
57 MG DA | 3064 1/1 0.72 0.30 87,87,87,87 0
57 MG DA | 3100 1/1 0.72 0.21 | 149,149,149,149 0
57 MG CA | 1602 1/1 0.73 0.22 | 106,106,106,106 0
57 MG DA | 3007 1/1 0.74 0.12 | 192,192,192,192 0
o7 MG DA | 3011 1/1 0.74 0.35 | 110,110,110,110 0
o7 MG DA | 3051 1/1 0.74 0.10 | 177,177,177,177 0
57 MG DA | 3128 1/1 0.74 0.27 | 100,100,100,100 0
57 MG BA | 3085 1/1 0.75 0.39 42,42.42 42 0
57 MG DA | 3107 1/1 0.75 0.16 | 130,130,130,130 0
o7 MG DA | 3066 1/1 0.75 0.21 92,92,92,92 0
o7 MG BA | 3070 1/1 0.76 0.13 | 140,140,140,140 0
57 MG BA | 3131 1/1 0.76 0.50 48,48,48,48 0
57 MG DA | 3126 1/1 0.77 0.17 99,99,99,99 0
57 MG BA | 3132 1/1 0.77 0.42 42,42,42 42 0
57 MG BA | 3014 1/1 0.78 0.32 38,38,38,38 0
o7 MG DA | 3041 1/1 0.78 0.14 | 113,113,113,113 0
o7 MG CA | 1615 1/1 0.78 0.20 | 118,118,118,118 0
o7 MG DA | 3006 1/1 0.79 0.11 | 149,149,149,149 0
57 MG BA | 3115 1/1 0.79 0.27 49,49,49.,49 0
57 MG BA | 3061 1/1 0.79 0.35 39,39,39,39 0
57 MG BA | 3112 1/1 0.79 0.12 46,46,46,46 0
57 MG DA | 3054 1/1 0.80 0.27 88,88,88,88 0
o7 MG DA | 3019 1/1 0.80 0.11 | 150,150,150,150 0
o7 MG DA | 3027 1/1 0.80 0.14 87,87,87,87 0
o7 MG DA | 3108 1/1 0.81 0.19 82,82,82,82 0
57 MG DA | 3109 1/1 0.81 0.12 92,92,92,92 0
57 MG DA | 3015 1/1 0.81 0.19 88,88,88,88 0
57 MG CA | 1619 1/1 0.81 0.23 | 119,119,119,119 0
57 MG CA | 1607 1/1 0.81 0.13 89,89,89,89 0
o7 MG DA | 3020 1/1 0.81 0.17 | 153,153,153,153 0
o7 MG CA | 1613 1/1 0.81 0.15 79,79,79,79 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG DA | 3099 1/1 0.81 0.39 98,98,98,98 0
57 MG DA | 3059 1/1 0.81 0.26 88,88,88,88 0
57 MG DA | 3014 1/1 0.81 0.17 90,90,90,90 0
57 MG CA | 1634 1/1 0.82 0.15 97,97,97,97 0
57 MG BA | 3062 1/1 0.82 0.42 38,38,38,38 0
o7 MG AA | 1641 1/1 0.82 0.25 89,89,89,89 0
o7 MG DA | 3003 1/1 0.83 0.13 94,94,94,94 0
57 MG BA | 3060 1/1 0.83 0.29 39,39,39,39 0
57 MG DA | 3088 1/1 0.83 0.14 | 101,101,101,101 0
57 MG AA ] 1620 1/1 0.83 0.11 | 144,144,144,144 0
57 MG DA | 3028 1/1 0.83 0.37 | 103,103,103,103 0
o7 MG DA | 3032 1/1 0.83 0.19 87,87,87,87 0
o7 MG DA | 3080 1/1 0.84 0.29 84,84,84,84 0
o7 MG BA | 3037 1/1 0.84 0.36 42,42,42 42 0
57 MG DA | 3085 1/1 0.84 0.09 | 190,190,190,190 0
o7 MG CA | 1614 1/1 0.84 0.12 | 114,114,114,114 0
57 MG DA | 3017 1/1 0.84 0.20 | 102,102,102,102 0
57 MG DA | 3048 1/1 0.85 0.14 | 131,131,131,131 0
o7 MG DA | 3045 1/1 0.85 0.12 | 141,141,141,141 0
o7 MG BA | 3124 1/1 0.85 0.40 41,41,41,41 0
57 MG DA | 3094 1/1 0.86 0.09 | 126,126,126,126 0
57 MG DA | 3120 1/1 0.86 0.25 96,96,96,96 0
57 MG DA | 3124 1/1 0.86 0.12 | 133,133,133,133 0
57 MG AA ] 1626 1/1 0.86 0.12 | 107,107,107,107 0
o7 MG BA | 3084 1/1 0.86 0.36 49,49,49,49 0
o7 MG AA | 1637 1/1 0.86 0.11 87,87,87,87 0
o7 MG BA | 3056 1/1 0.86 0.26 45,45,45,45 0
57 MG DA | 3029 1/1 0.86 0.12 | 108,108,108,108 0
57 MG DA | 3002 1/1 0.86 0.14 | 125,125,125,125 0
57 MG CA | 1636 1/1 0.87 0.32 88,88,88,88 0
57 MG DA | 3012 1/1 0.87 0.25 96,96,96,96 0
o7 MG CA | 1606 1/1 0.87 0.09 85,85,85,85 0
57 MG DA | 3001 1/1 0.87 0.12 | 115,115,115,115 0
o7 MG BA | 3118 1/1 0.87 0.23 42,42,42 42 0
57 MG BA | 3102 1/1 0.87 0.33 40,40,40,40 0
57 MG BA | 3026 1/1 0.87 0.31 41,41,41,41 0
57 MG BA | 3007 1/1 0.87 0.15 90,90,90,90 0
57 MG CA | 1603 1/1 0.87 0.23 92,92,92,92 0
57 MG DA | 3009 1/1 0.87 0.10 | 121,121,121,121 0
o7 MG DA | 3058 1/1 0.87 0.11 96,96,96,96 0
o7 MG CA | 1616 1/1 0.88 0.09 | 136,136,136,136 0
57 MG DA | 3042 1/1 0.88 0.10 | 101,101,101,101 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG AA | 1606 1/1 0.88 0.10 96,96,96,96 0
57 MG BA | 3098 1/1 0.88 0.42 52,52,52,52 0
57 MG CA | 1622 1/1 0.88 0.08 | 138,138,138,138 0
57 MG AA ] 1628 1/1 0.88 0.12 | 107,107,107,107 0
57 MG AA | 1631 1/1 0.88 0.20 98,98,98,98 0
o7 MG CA ] 1628 1/1 0.88 0.24 79,79,79,79 0
o7 MG DA | 3101 1/1 0.88 0.14 82,82,82,82 0
57 MG DA | 3035 1/1 0.88 0.12 88,88,88,88 0
57 MG AA | 1625 1/1 0.88 0.12 90,90,90,90 0
57 MG BB 202 1/1 0.89 0.12 | 114,114,114,114 0
57 MG CA | 1638 1/1 0.89 0.09 | 141,141,141,141 0
o7 MG DA | 3010 1/1 0.89 0.11 | 108,108,108,108 0
o7 MG DA | 3050 1/1 0.89 0.12 | 148,148,148,148 0
o7 MG DA | 3030 1/1 0.89 0.23 | 101,101,101,101 0
57 MG DA | 3031 1/1 0.89 0.20 98,98,98,98 0
57 MG DA | 3081 1/1 0.89 0.08 87,87,87,87 0
57 MG DA | 3096 1/1 0.89 0.13 | 120,120,120,120 0
57 MG DA | 3005 1/1 0.90 0.09 | 157,157,157,157 0
o7 MG DA | 3061 1/1 0.90 0.22 84,84,84,84 0
o7 MG BA | 3095 1/1 0.90 0.15 75,75,75,75 0
57 MG BA | 3046 1/1 0.90 0.10 63,63,63,63 0
57 MG DA | 3008 1/1 0.90 0.06 | 177,177,177,177 0
57 MG CA | 1639 1/1 0.90 0.07 | 165,165,165,165 0
57 MG BA | 3123 1/1 0.90 0.11 63,63,63,63 0
o7 MG DJ 201 1/1 0.90 0.20 | 101,101,101,101 0
o7 MG DA | 3129 1/1 0.90 0.18 83,83,83,83 0
o7 MG CA | 1627 1/1 0.90 0.10 | 106,106,106,106 0
57 MG BA | 3071 1/1 0.90 0.29 38,38,38,38 0
57 MG CA | 1609 1/1 0.90 0.09 96,96,96,96 0
57 MG AA | 1604 1/1 0.90 0.06 | 126,126,126,126 0
o7 MG DA | 3070 1/1 0.91 0.08 94,94,94,94 0
o7 MG DA | 3122 1/1 0.91 0.09 | 142,142/142/142 0
57 MG BA | 3045 1/1 0.91 0.16 62,62,62,62 0
o7 MG BA | 3004 1/1 0.91 0.17 69,69,69,69 0
57 MG DA | 3023 1/1 0.91 0.21 | 101,101,101,101 0
57 MG DA | 3089 1/1 0.91 0.09 | 110,110,110,110 0
57 MG DA | 3043 1/1 0.91 0.18 | 107,107,107,107 0
57 MG AA | 1627 1/1 0.91 0.22 | 109,109,109,109 0
57 MG BA | 3001 1/1 0.91 0.20 45,45,45,45 0
o7 MG DA | 3095 1/1 0.91 0.12 | 159,159,159,159 0
o7 MG CA | 1601 1/1 0.92 0.09 | 142,142,142,142 0
57 MG DA | 3082 1/1 0.92 0.19 83,83,83,83 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG CA | 1631 1/1 0.92 0.11 91,91,91,91 0
57 MG AA | 1610 1/1 0.92 0.07 | 125,125,125,125 0
57 MG BA | 3099 1/1 0.92 0.13 41,41,41,41 0
57 MG DA | 3116 1/1 0.92 0.14 98,98,98,98 0
57 MG CA | 1637 1/1 0.92 0.14 83,83,83,83 0
o7 MG BA | 3030 1/1 0.92 0.35 41,41,41,41 0
o7 MG AA | 1632 1/1 0.92 0.10 95,95,95,95 0
57 MG CA | 1640 1/1 0.92 0.27 87,87,87,87 0
57 MG DA | 3049 1/1 0.92 0.14 | 150,150,150,150 0
57 MG DA | 3074 1/1 0.92 0.08 98,98,98,98 0
57 MG DA | 3130 1/1 0.92 0.37 85,85,85,85 0
57 MG BA | 3025 1/1 0.92 0.09 41,41,41,41 0
o7 MG BA | 3074 1/1 0.92 0.11 38,38,38,38 0
o7 MG BA | 3119 1/1 0.92 0.28 52,52,52,52 0
57 MG BA | 3121 1/1 0.92 0.12 45,45,45,45 0
o7 MG BA | 3035 1/1 0.93 0.20 55,55,55,55 0
57 MG DA | 3115 1/1 0.93 0.14 84,84,84,84 0
57 MG BA | 3107 1/1 0.93 0.11 49,49,49,49 0
o7 MG DA | 3034 1/1 0.93 0.13 89,89,89,89 0
o7 MG BA | 3047 1/1 0.93 0.08 63,63,63,63 0
57 MG CA | 1604 1/1 0.93 0.06 | 106,106,106,106 0
57 MG DA | 3078 1/1 0.93 0.21 79,79,79,79 0
57 MG BA | 3113 1/1 0.93 0.15 38,38,38,38 0
57 MG BA | 3091 1/1 0.93 0.08 69,69,69,69 0
o7 MG AA | 1630 1/1 0.93 0.10 79,79,79,79 0
o7 MG CA | 1626 1/1 0.93 0.08 | 110,110,110,110 0
o7 MG BA | 3136 1/1 0.93 0.31 47.47,47.47 0
57 MG AA ] 1618 1/1 0.93 0.08 | 104,104,104,104 0
57 MG BA | 3080 1/1 0.93 0.07 74,74,74,74 0
57 MG BA | 3011 1/1 0.94 0.32 44,4444 44 0
57 MG AA | 1614 1/1 0.94 0.07 | 113,113,113,113 0
o7 MG BA | 3055 1/1 0.94 0.17 44,4444 44 0
o7 MG BA | 3005 1/1 0.94 0.14 73,73,73,73 0
o7 MG DA | 3111 1/1 0.94 0.10 | 164,164,164,164 0
57 MG BA | 3109 1/1 0.94 0.11 42,42.42 42 0
57 MG BA | 3126 1/1 0.94 0.13 57,57,57,57 0
57 MG BA | 3111 1/1 0.94 0.10 38,38,38,38 0
57 MG BA | 3019 1/1 0.94 0.07 70,70,70,70 0
o7 MG DA | 3121 1/1 0.94 0.13 97,97,97,97 0
o7 MG DA | 3067 1/1 0.94 0.07 86,86,86,86 0
o7 MG DA | 3068 1/1 0.94 0.07 86,86,86,86 0
57 MG DA | 3026 1/1 0.94 0.09 88,88,88,88 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG CA | 1623 1/1 0.94 0.09 89,89,89,89 0
57 MG DA | 3072 1/1 0.94 0.07 84,84,84,84 0
57 MG BA | 3092 1/1 0.94 0.08 | 108,108,108,108 0
57 MG DA | 3098 1/1 0.94 0.09 87,87,87,87 0
57 MG AA | 1638 1/1 0.94 0.08 81,81,81,81 0
o7 MG CA | 1610 1/1 0.94 0.06 | 129,129,129,129 0
o7 MG DA | 3013 1/1 0.94 0.08 93,93,93,93 0
57 MG DA | 3025 1/1 0.95 0.12 | 105,105,105,105 0
57 MG BA | 3076 1/1 0.95 0.09 47.47,47.47 0
57 MG BA | 3059 1/1 0.95 0.14 50,50,50,50 0
57 MG AA | 1633 1/1 0.95 0.07 | 107,107,107,107 0
57 MG DA | 3052 1/1 0.95 0.08 | 118,118,118,118 0
o7 MG BA | 3081 1/1 0.95 0.19 40,40,40,40 0
o7 MG CA | 1642 1/1 0.95 0.07 | 102,102,102,102 0
57 MG BA | 3002 1/1 0.95 0.27 47474747 0
57 MG AA | 1624 1/1 0.95 0.11 94,94,94,94 0
57 MG DA | 3119 1/1 0.95 0.10 | 138,138,138,138 0
57 MG AA | 1608 1/1 0.95 0.11 82,82,82,82 0
o7 MG BA | 3114 1/1 0.95 0.08 73,73,73,73 0
o7 MG DA | 3036 1/1 0.95 0.08 84,84,84,84 0
57 MG DA | 3037 1/1 0.95 0.08 83,83,83,83 0
57 MG DA | 3038 1/1 0.95 0.15 | 108,108,108,108 0
57 MG BA | 3006 1/1 0.95 0.06 88,88,88,88 0
57 MG BA | 3094 1/1 0.95 0.09 75,75,75,75 0
o7 MG CA | 1632 1/1 0.95 0.05 | 125,125,125,125 0
o7 MG DA | 3097 1/1 0.95 0.10 | 119,119,119,119 0
o7 MG DA | 3132 1/1 0.95 0.06 94,94,94,94 0
57 MG AA | 1616 1/1 0.95 0.06 | 126,126,126,126 0
57 MG AA | 1617 1/1 0.95 0.07 | 123,123,123,123 0
57 MG DA | 3024 1/1 0.95 0.09 90,90,90,90 0
57 MG AA | 1643 1/1 0.96 0.06 81,81,81,81 0
o7 MG BA | 3093 1/1 0.96 0.16 84,84,84,84 0
o7 MG BA | 3042 1/1 0.96 0.08 56,56,56,56 0
o7 MG BA | 3065 1/1 0.96 0.12 38,38,38,38 0
57 MG DA | 3069 1/1 0.96 0.09 86,86,86,86 0
57 MG AA | 1601 1/1 0.96 0.05 | 111,111,111,111 0
57 MG DA | 3103 1/1 0.96 0.10 91,91,91,91 0
57 MG DA | 3104 1/1 0.96 0.10 | 107,107,107,107 0
57 MG DA | 3106 1/1 0.96 0.06 92,92,92,92 0
o7 MG DA | 3018 1/1 0.96 0.07 | 106,106,106,106 0
o7 MG AA | 1629 1/1 0.96 0.12 | 129,129,129,129 0
57 MG DA | 3073 1/1 0.96 0.18 98,98,98,98 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG DA | 3044 1/1 0.96 0.05 | 116,116,116,116 0
57 MG BA | 3003 1/1 0.96 0.06 73,73,73,73 0
57 MG DA | 3046 1/1 0.96 0.09 | 142,142/142/142 0
57 MG DA | 3114 1/1 0.96 0.07 98,98,98,98 0
57 MG CA | 1618 1/1 0.96 0.09 | 108,108,108,108 0
o7 MG BA | 3048 1/1 0.96 0.06 74,74,74,74 0
o7 MG BA | 3049 1/1 0.96 0.09 45,45,45,45 0
57 MG BA | 3052 1/1 0.96 0.09 38,38,38,38 0
57 MG BB 204 1/1 0.96 0.10 57,57,57,57 0
57 MG BA | 3024 1/1 0.96 0.08 42,42.42 42 0
57 MG AA | 1605 1/1 0.96 0.06 | 103,103,103,103 0
o7 MG DA | 3125 1/1 0.96 0.09 90,90,90,90 0
o7 MG DA | 3055 1/1 0.96 0.06 85,85,85,85 0
o7 MG DA | 3127 1/1 0.96 0.14 | 104,104,104,104 0
57 MG DA | 3087 1/1 0.96 0.07 88,88,88,88 0
57 MG AA | 1611 1/1 0.96 0.07 91,91,91,91 0
57 MG AA | 1621 1/1 0.96 0.10 67,67,67,67 0
57 MG BA | 3089 1/1 0.96 0.14 50,50,50,50 0
o7 MG DA | 3091 1/1 0.96 0.06 93,93,93,93 0
o7 MG BA | 3090 1/1 0.96 0.07 47.47,47,47 0
57 MG CA | 1608 1/1 0.96 0.11 86,86,86,86 0
57 MG AA | 1642 1/1 0.96 0.07 74,74,74,74 0
57 MG BA | 3086 1/1 0.97 0.08 43,43,43,43 0
57 MG BA | 3088 1/1 0.97 0.07 58,58,58,58 0
o7 MG DA | 3057 1/1 0.97 0.07 92,92,92,92 0
o7 MG AA | 1635 1/1 0.97 0.05 | 114,114,114,114 0
o7 MG DA | 3083 1/1 0.97 0.10 | 121,121,121,121 0
57 MG BA | 3028 1/1 0.97 0.19 39,39,39,39 0
57 MG BA | 3029 1/1 0.97 0.13 38,38,38,38 0
57 MG DA | 3113 1/1 0.97 0.09 86,86,86,86 0
57 MG CA | 1620 1/1 0.97 0.12 93,93,93,93 0
o7 MG DA | 3039 1/1 0.97 0.12 | 104,104,104,104 0
57 MG DA | 3063 1/1 0.97 0.09 92,92,92,92 0
o7 MG DA | 3117 1/1 0.97 0.09 90,90,90,90 0
57 MG AA ] 1609 1/1 0.97 0.07 91,91,91,91 0
57 MG BA | 3032 1/1 0.97 0.05 40,40,40,40 0
57 MG AA | 1615 1/1 0.97 0.05 | 117,117,117,117 0
57 MG DA | 3092 1/1 0.97 0.09 | 102,102,102,102 0
o7 MG AA | 1603 1/1 0.97 0.07 76,76,76,76 0
o7 MG BA | 3097 1/1 0.97 0.06 49,49,49,49 0
o7 MG BA | 3079 1/1 0.97 0.05 89,89,89,89 0
57 MG AA ] 1640 1/1 0.97 0.06 | 132,132,132,132 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG BA | 3044 1/1 0.97 0.07 71,71,71,71 0
57 MG CA | 1630 1/1 0.97 0.25 79,79,79,79 0
57 MG AA | 1602 1/1 0.97 0.15 79,79,79,79 0
57 MG BA | 3134 1/1 0.97 0.06 38,38,38,38 0
57 MG AA | 1623 1/1 0.97 0.08 | 108,108,108,108 0
o7 MG CA | 1635 1/1 0.97 0.04 | 114,114,114,114 0
o7 MG DA | 3053 1/1 0.97 0.10 | 101,101,101,101 0
57 MG DA | 3105 1/1 0.97 0.10 91,91,91,91 0
57 MG BA | 3101 1/1 0.98 0.05 38,38,38,38 0
57 MG BA | 3009 1/1 0.98 0.06 46,46,46,46 0
57 MG BA | 3105 1/1 0.98 0.07 38,38,38,38 0
57 MG BA | 3034 1/1 0.98 0.05 40,40,40,40 0
o7 MG BA | 3063 1/1 0.98 0.10 37,37,37,37 0
o7 MG BA | 3110 1/1 0.98 0.07 50,50,50,50 0
57 MG BA | 3010 1/1 0.98 0.05 46,46,46,46 0
o7 MG BA | 3067 1/1 0.98 0.07 40,40,40,40 0
57 MG DA | 3118 1/1 0.98 0.15 99,99,99,99 0
57 MG DA | 3022 1/1 0.98 0.14 | 105,105,105,105 0
o7 MG BB 203 1/1 0.98 0.05 57,57,57,57 0
o7 MG AA | 1639 1/1 0.98 0.05 | 119,119,119,119 0
57 MG BD 301 1/1 0.98 0.11 39,39,39,39 0
57 MG BA | 3051 1/1 0.98 0.11 39,39,39,39 0
57 MG BA | 3039 1/1 0.98 0.06 40,40,40,40 0
57 MG BA | 3053 1/1 0.98 0.09 41,41,41,41 0
o7 MG BA | 3040 1/1 0.98 0.04 41,41,41,41 0
o7 MG DA | 3102 1/1 0.98 0.07 84,84,84,84 0
o7 MG AA | 1612 1/1 0.98 0.05 82,82,82,82 0
57 MG BA | 3122 1/1 0.98 0.05 40,40,40,40 0
57 MG BA | 3043 1/1 0.98 0.06 56,56,56,56 0
57 MG AA | 1634 1/1 0.98 0.05 | 102,102,102,102 0
57 MG AA | 1613 1/1 0.98 0.04 74,74,74,74 0
o7 MG CA | 1633 1/1 0.98 0.09 | 101,101,101,101 0
o7 MG CA | 1611 1/1 0.98 0.06 93,93,93,93 0
o7 MG BA | 3038 1/1 0.99 0.06 42,42,42 42 0
57 MG DA | 3056 1/1 0.99 0.08 | 101,101,101,101 0
57 MG BA | 3127 1/1 0.99 0.08 40,40,40,40 0
57 MG BA | 3128 1/1 0.99 0.05 52,52,52,52 0
57 MG BA | 3130 1/1 0.99 0.09 49,49,49,49 0
57 MG BA | 3027 1/1 0.99 0.06 41,41,41,41 0
o7 MG BA | 3072 1/1 0.99 0.17 38,38,38,38 0
o7 MG BA | 3073 1/1 0.99 0.04 43,43,43,43 0
57 MG AA | 1622 1/1 0.99 0.08 85,85,85,85 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG BA | 3041 1/1 0.99 0.12 43,43,43,43 0
57 MG BA | 3100 1/1 0.99 0.03 59,59,59,59 0
57 MG BA | 3020 1/1 0.99 0.04 46,46,46,46 0
57 MG BA | 3057 1/1 0.99 0.22 42,42,42 42 0
57 MG BA | 3103 1/1 0.99 0.06 64,64,64,64 0
o7 MG BA | 3104 1/1 0.99 0.09 38,38,38,38 0
o7 MG BA | 3078 1/1 0.99 0.07 86,86,86,86 0
57 MG BA | 3106 1/1 0.99 0.05 40,40,40,40 0
57 MG DA | 3033 1/1 0.99 0.08 94,94,94,94 0
57 MG BA | 3021 1/1 0.99 0.07 42,42.42 42 0
57 MG BA | 3108 1/1 0.99 0.06 40,40,40,40 0
o7 MG BA | 3022 1/1 0.99 0.05 38,38,38,38 0
o7 MG CA | 1605 1/1 0.99 0.14 89,89,89,89 0
o7 MG BA | 3033 1/1 0.99 0.05 40,40,40,40 0
57 MG BA | 3082 1/1 0.99 0.05 38,38,38,38 0
o7 MG DA | 3079 1/1 0.99 0.11 90,90,90,90 0
57 MG BA | 3083 1/1 0.99 0.06 43,43,43,43 0
57 MG BA | 3013 1/1 0.99 0.05 38,38,38,38 0
o7 MG BA | 3016 1/1 0.99 0.25 39,39,39,39 0
o7 MG DA | 3123 1/1 0.99 0.05 93,93,93,93 0
57 MG BA | 3036 1/1 0.99 0.03 A7.47,47.47 0
57 MG BA | 3116 1/1 0.99 0.07 38,38,38,38 0
57 MG BA | 3117 1/1 0.99 0.06 56,56,56,56 0
57 MG BA | 3087 1/1 0.99 0.03 45,45,45,45 0
o7 MG BA | 3064 1/1 0.99 0.04 38,38,38,38 0
o7 MG BA | 3120 1/1 0.99 0.04 41,41,41,41 0
o7 MG BA | 3018 1/1 0.99 0.04 67,67,67,67 0
57 MG BA | 3066 1/1 0.99 0.04 43,43,43,43 0
57 MG BA | 3050 1/1 0.99 0.04 40,40,40,40 0
57 MG BA | 3069 1/1 0.99 0.04 52,52,52,52 0
57 MG CA | 1621 1/1 0.99 0.07 85,85,85,85 0
o7 MG BA | 3125 1/1 0.99 0.07 40,40,40,40 0
58 ZN B4 101 1/1 0.99 0.04 79,79,79,79 0
58 ZN D4 101 1/1 0.99 0.09 79,79,79,79 0
57 MG BA | 3096 1/1 1.00 0.09 45,45,45,45 0
57 MG BA | 3129 1/1 1.00 0.02 39,39,39,39 0
57 MG BA | 3068 1/1 1.00 0.09 52,52,52,52 0
57 MG BA | 3012 1/1 1.00 0.06 38,38,38,38 0
57 MG BA | 3031 1/1 1.00 0.04 42,42,42 42 0
o7 MG BA | 3023 1/1 1.00 0.04 41,41,41,41 0
o7 MG BA | 3017 1/1 1.00 0.03 39,39,39,39 0
57 MG BA | 3054 1/1 1.00 0.06 44,44,44 44 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG BA | 3008 1/1 1.00 0.05 43,43,43,43 0
57 MG CA | 1641 1/1 1.00 0.08 91,91,91,91 0

6.5 Other polymers (i)

There are no such residues in this entry.
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