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Crystal structure of the E. coli ribosome bound to telithromycin.
Dunkle, J.A.; Xiong, L..; Mankin, A.S.; Cate, J.H.D.

2010-08-05

3.25 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 wuser guide is available at
http://wwpdb.org/validation /2016 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467
Mogul : 1.7 (RC4), CSD as536be (2015)
Xtriage (Phenix) : 1.9-1692

EDS : 1rb-20026688

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

Refmac : 5.8.0135
CCP4 : 6.5.0

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

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

The reported resolution of this entry is 3.25 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

Rfree

Clashscore

Ramachandran outliers

Sidechain outliers

RSRZ outliers
RNA backbone

Worse

Percentile Ranks

[

[

0 Percentile relative to all X-ray structures

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

Value
W 0.270
I 35
I 11.1%
N 16.6%
I 12.2%
W 0.46

Better

Whole archive

Similar resolution

Metric (#Entries) (#Entries, resolution range(A))
R ree 01344 1624 (3.32-3.20)
Clashscore 102246 1806 (3.32-3.20)
Ramachandran outliers 100387 1773 (3.32-3.20)
Sidechain outliers 100360 1771 (3.32-3.20)
RSRZ outliers 91569 1632 (3.32-3.20)
RNA backbone 2183 1001 (3.76-2.76)

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

Mol | Chain | Length Quality of chain
0/0
1 AA 1533 31% 49% 19%
33%
2 AB 218 26% 51% 20% -
39%
2 CB 218 35% 50% 14%
0%
3 AC 206 44% 42% 12%

W

Continued on next page...
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Mol | Chain | Length Quality of chain
7%
3 CC 206 38% 47% 14%
7%
4 AD 205 - 35% 47% 17%
4 CD 205 39% 41% 17%
°/O
5 AE 150 : 31% 47% 19% .
°/0
5 CE 150 . 37% 45% 17% .
5%
6 AF 100 - 31% 51% 14% :
4°/°
6 CF 100 - 42% 37% 20% :
1%
7 AG 151 1% 46% 1% -
5%
8 AH 129 - 39% 47% BV
0%
8 CH 129 — 38% 50% o
51%
L ———
9 Al 127 36% 48% 14% .
31%
L —
9 CI 127 29% 57% 13% -
3%
| ... ————
10 Al 98 24% 58% 16% .
55%
e — —————
10 CJ 98 29% 54% 15% .
7%
11 AK 117 —— 44% 42% 12% .
5%
11 CK 117 — 51% 34% 15%
%
12 AL 123 . 4% 43% VT
5%
12 CL 123 33% 54% T T
0%
13 AM 114 — 39% 51% o
8%
14 AN 100 — 33% 54% o o
36%
14 CN 100 35% 50% o s
o/o
15 AO 88 . 52% 39% o
20/0
15 CcO 88 = 45% 47% % .
6%
16 AP 82 38% 51% e
5%
17 AQ 80 26% 50% 20%

Continued on next page...
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Mol | Chain | Length Quality of chain
8%
e
17 CQ 80 34% 46% 19%
1 1 0/0
18 AR 55 I 42% 55%
18 CR i5%) 40% 53% 7%
35%
I
19 AS 79 34% 54% 8%
53%
1 —
19 CS 79 38% 48% 13%
0/0
20 AT 85 : 29% 51% 16%
25%
e —
20 CT 85 45% 36% 18%
57%
— —
21 AU 51 24% 51% 22% .
2%
| ..
21 CU 51 25% 39% 27% 8%
0/0
22 BA 2903 . 36% 46% 16%
5%
_ _—
22 DA 2903 20% 51% 25% ..
23 BB 118 43% 42% 15%
30/0
24 BC 271 . 35% 44% 19% -
5%
h
24 DC 271 30% 54% 15%
25 BD 209 32% 47% 17%
9%
.-
25 DD 209 30% 52% 17%
26 BE 201 33% 47% 17%
44%
e —
26 DE 201 27% 56% 16%
1%
27 BF 177 — 37% 49% 13%
20/0
28 BG 176 33% 46% 19%
%
I —
28 DG 176 34% 47% 18%
7%
T — —
29 BH 149 36% 43% 16% 5%
6%
e —
29 DH 149 35% 46% 16%
58%
e —
30 BI 141 30% 53% 16%
77%
e —
30 DI 141 40% 50% 9%

Continued on next page...
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Mol | Chain | Length Quality of chain
31 BJ 142 32% 51% 14%
25%

.-
31 DJ 142 35% 48% 15%
32 BK 122 BT 7 52% 28%

24%

W=
32 DK 122 26% 47% 27%
33 BL 143 33% 45% 20% .

27%

..
33 DL 143 34% 45% 17%
34 BM 136 40% 42% 16%

21%

..
34 DM 136 35% 53% 129%
35 BN 120 34% 48% 16%

30%

= -
35 DN 120 32% 52% 16% .
36 BO 116 33% 52% 16%

70%

Ty —
36 DO 116 35% 55% 9%

0/0
37 BP 114 B 31% 40% 24% =

8%

I
37 DP 114 20% 61% 18%

0/0
38 BQ 117 . 41% 40% 18%

3%

I
38 DQ 117 31% 51% 18%

0/0
39 BR 103 . 33% 48% 18%

55%

e —
39 DR 103 29% 54% 17%

°/°
40 BS 110 . 42% 40% 17%

50%

1 —
40 DS 110 43% 44% 13%

7%
41 BT 93 27% 42% 27% -

57%

—
41 DT 93 24% 59% 14%

3%
42 BU 102 - 37% 40% 20% -

54%

— —
42 DU 102 29% 51% 17% .
43 BV 94 43% 41% 16%

Continued on next page...
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Mol | Chain | Length Quality of chain
33%

=

43 DV 94 39% 49% 129%
5%
44 BW 79 % 39% 38% 9%
53%

e —
44 DW 79 32% 33% 28% 8%
45 BX I 31% 58% 8%

25%

I
45 DX 7 23% 64% 10%

3%
46 BY 63 - 41% 33% 21% %

29%

=
46 DY 63 33% 56% 1%
47 BZ 58 43% 40% 14%

2%
47 DZ 58 — 36% 48% 14%
48 BO 56 41% 43% 16%
34%

Ty —

48 DO 56 30% 48% 21%
5%
49 Bl 50 36% 50% 10%
5%

Ty —
49 D1 50 36% 50% 129%
50 B2 46 30% 54% 15%

24%

——
50 D2 46 46% 48% 7%
51 B3 64 45% 41% 1%

7%

e —
51 D3 64 30% 52% 16%

3%
52 B4 38 - 42% 42% 13%

8%

1 —
52 D4 38 42% 39% 18%

20/0
53 CA 1530 24% 51% 24% "

4%

1 —

54 CG 150 29% 54% 16%
52%

T —

55 CM 113 30% 58% 1%
5%

e
56 CP 80 29% 56% 14%
57 DB 117 22% 56% 21%

— —
58 DF 178 26% 49% 20% .
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The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-

ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
59 MG AA 1641 - - - X
59 MG BA | 3013 - - - X
59 MG BA 3021 - - - X
59 MG BA | 3040 - - - X
59 MG BA | 3070 - - - X
59 MG BA | 3081 - - - X
59 MG BA | 3095 - - - X
59 MG BA | 3099 - - - X
59 MG BA 3102 - - - X
59 MG BA | 3105 - - - X
59 MG BA | 3106 - - - X
59 MG BA | 3122 - - - X
59 MG BA 3129 - - - X
59 MG BA | 3134 - - - X
59 MG CA 1612 - - - X
59 MG CA 1618 - - - X
59 MG CA 1624 - - - X
59 MG CA 1627 - - - X
59 MG CA 1636 - - - X
59 MG CA 1639 - - - X
59 MG DA | 3002 - - - X
59 MG DA | 3069 - - - X
59 MG DA | 3075 - - - X
59 MG DA | 3079 - - - X
59 MG DA | 3097 - - - X
59 MG DA | 3100 - - - X
59 MG DA | 3106 - - - X
59 MG DA | 3108 - - - X
59 MG DA 3129 - - - X
60 TEL BA 3135 X - - -
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2  Entry composition (i)

There are 62 unique types of molecules in this entry. The entry contains 284525 atoms, of which

0 are hydrogens and 0 are deuteriums.

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

atoms.

e Molecule 1 is a RNA chain called 16S rRNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
1 AA 1533 32895 14671 6036 10655 1533 0 0 0
e Molecule 2 is a protein called 30S ribosomal protein S2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 AB 218 1705 1081 305 312 7 0 0 0
Total C N O S
2 CB 218 1705 1081 305 312 7 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3 AC 206 1625 1028 305 289 3 0 0 0
Total C N O S
3 CC 206 1625 1028 305 289 3 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 AD 205 1643 1026 315 298 4 0 0 0
Total C N O S
1 CD 205 1643 1026 315 298 4 0 0 0
e Molecule 5 is a protein called 30S ribosomal protein S5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g AB 150 1106 687 211 202 6 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g CE 150 1106 687 211 202 6 0 0 0
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 AF 100 818 515 148 149 6 0 0 0
Total C N O S
6 CF 100 818 515 148 149 6 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 AG 151 1182 735 227 216 4 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 AH 129 979 o616 173 184 6 0 0 0
Total C N O S
8 CH 129 979 o616 173 184 6 0 0 0
e Molecule 9 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) Al 127 1022 634 206 179 3 0 0 0
Total C N O S
) ClI 127 1022 634 206 179 3 0 0 0
e Molecule 10 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 Al 8 787 493 150 143 1 0 0 0
Total C N O S
10 ¢J 98 787 493 150 143 1 0 0 0

e Molecule 11 is a protein called 30S ribosomal protein S11.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 AK 17 877 540 174 160 3 0 0 0
Total C N O S
1 CK 17 877 540 174 160 3 0 0 0
e Molecule 12 is a protein called 30S ribosomal protein S12.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 AL 123 955 590 196 165 4 0 0 0
Total C N O S
12 CL 123 955 590 196 165 4 0 0 0
e Molecule 13 is a protein called 30S ribosomal protein S13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13| AM 114 834 546 178 157 3 0 0 0
e Molecule 14 is a protein called 30S ribosomal protein S14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
14 AN 96 774 483 160 128 3 0 0 0
Total C N O S
14 CN % 769 480 159 127 3 0 0 0
e Molecule 15 is a protein called 30S ribosomal protein S15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 AO 88 714 439 144 130 1 0 0 0
Total C N O S
15 co 88 714 439 144 130 1 0 0 0
e Molecule 16 is a protein called 30S ribosomal protein S16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 AP 82 649 406 128 114 1 0 0 0

e Molecule 17 is a protein called 30S ribosomal protein S17.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
17 AQ 80 649 411 121 114 3 0 0 0
Total C N O S
17 cQ 80 649 411 121 114 3 0 0 0
e Molecule 18 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
18 AR %5 456 288 &6 82 0 0 0
Total C N O
18 CR %5 456 288 &6 82 0 0 0
e Molecule 19 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 AS & 638 408 120 108 2 0 0 0
Total C N O S
19 CS & 638 408 120 108 2 0 0 0
e Molecule 20 is a protein called 30S ribosomal protein S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 AT 8 665 411 137 114 3 0 0 0
Total C N O S
20 CT 8 665 411 137 114 3 0 0 0
e Molecule 21 is a protein called 30S ribosomal protein S21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 | AU ol 426 265 86 74 1 0 0 0
Total C N O S
21 cu o1 426 265 & 74 1 0 0 0
e Molecule 22 is a RNA chain called 23S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 BA 2854 61274 27334 11279 19807 2854 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 DA 2841 60995 27210 11229 19715 2841 0 0 0
e Molecule 23 is a RNA chain called 5S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
23 BB 118 2529 1126 464 821 118 0 0 0
e Molecule 24 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 BC 271 2083 1288 423 365 7 0 0 0
Total C N O S
24 DC 271 2083 1288 423 365 7 0 0 0
e Molecule 25 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25 BD 209 1565 979 288 294 4 0 0 0
Total C N O S
25 DD 209 1565 979 288 294 4 0 0 0
e Molecule 26 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 BE 201 1552 974 283 290 5 0 0 0
Total C N O S
26 DE 201 1552 974 283 290 5 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
27 BF 177 1411 899 249 257 6 0 0 0

e Molecule 28 is a protein called 50S ribosomal protein L6.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 BG 176 1323 832 243 246 2 0 0 0
Total C N O S
28 DG 176 1323 832 243 246 2 0 0 0
e Molecule 29 is a protein called 50S ribosomal protein L9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 BH 149 1111 699 197 214 1 0 0 0
Total C N O S
29 DH 149 1111 699 197 214 1 0 0 0
e Molecule 30 is a protein called 50S ribosomal protein L11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 B 141 1032 651 179 196 6 0 0 0
Total C N O S
30 DI 141 1032 651 179 196 6 0 0 0
e Molecule 31 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 BJ 142 1129 714 212 199 4 0 0 0
Total C N O S
31 DJ 142 1129 714 212 199 4 0 0 0
e Molecule 32 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 BK 122 939 587 180 166 6 0 0 0
Total C N O S
32 DK 122 939 587 180 166 6 0 0 0
e Molecule 33 is a protein called 50S ribosomal protein L15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
33 | BL 143 Total = C = N = O 5 0 0 0

1045 649 206 189

1

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

33 bL 143 nga; 65139 21§6 1(539 ? 0 0 0
e Molecule 34 is a protein called 50S ribosomal protein L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
34 BM 136 1118211 6§6 21§5 1(7)7 g 0 0 0
34 bM 136 1118211 6§6 21§5 1(7)7 g 0 0 0

e Molecule 35 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 BN 120 1;)06t fl 5(;3 11;)]6 1(6)7 g 0 0 0
35 bN 120 1;)06t fl 5(933 11;)]6 1(37 g 0 0 0

e Molecule 36 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 BO 116 1;%09?1 5?2 11;18 122 0 0 0
36 Do 116 1;%09?1 5?2 11;18 122 0 0 0

e Molecule 37 is a protein called 50S ribosomal protein L19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
37 BP 14 T901t7a 1 5?4 11;19 1(6)3 ? 0 0 0
37 bP 114 T901t;JL 1 5(7}4 11;19 1(6)3 ? 0 0 0

e Molecule 38 is a protein called 50S ribosomal protein L20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
38 | BQ U 0T s 10 1 0 0 0
38 bQ 117 T9O4t7al 6%4 115\;2 1?1 0 0 0

O RLDWIDE
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e Molecule 39 is a protein called 50S ribosomal protein L.21.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
oo | m TN T
A I o L

e Molecule 40 is a protein called 50S ribosomal protein 1.22.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
40 BS 110 T805t7al 5?2 11(\316 1(;6 g 0 0 0
40 DS 110 T805t7al 5?2 11(\316 1(;6 g 0 0 0

e Molecule 41 is a protein called 50S ribosomal protein L23.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
b W TN DS | o
IEENE T T INE RN
e Molecule 42 is a protein called 50S ribosomal protein L24.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
42 BU 102 T708t(§7b1 4(;2 114\1]6 1(22 0 0 0
12 bu 102 T708t(§7b1 4(932 114\1]6 1(22 0 0 0

e Molecule 43 is a protein called 50S ribosomal protein L25.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
8] BV o s 1 131 3 0 0 0
i o s a1 131 3 0 0 0

e Molecule 44 is a protein called 50S ribosomal protein L27.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
44 BW & 596 367 120 108 1 0 0 0
Total C N O S
44 bW & 596 367 120 108 1 0 0 0
e Molecule 45 is a protein called 50S ribosomal protein L28.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
45 BX v 625 388 129 106 2 0 0
Total C N O S
45 DX v 625 388 129 106 2 0 0
e Molecule 46 is a protein called 50S ribosomal protein L29.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
46 BY 63 509 313 99 95 2 0 0 0
Total C N O S
46 by 63 509 313 99 95 2 0 0 0
e Molecule 47 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
47 Bz o8 449 281 &7 79 2 0 0 0
Total C N O S
47 bz o8 449 281 &7 79 2 0 0 0
e Molecule 48 is a protein called 50S ribosomal protein L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 BO o6 444 269 94 80 1 0 0 0
Total C N O S
18 Do o0 444 269 94 80 1 0 0 0
e Molecule 49 is a protein called 50S ribosomal protein L.33.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
19 Bl 50 410 263 75 T2 0 0 0
Continued on next page...
gPDEB
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
49 D1 50 410 263 75 T2 0 0 0
e Molecule 50 is a protein called 50S ribosomal protein L34.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
50 B2 46 377 228 90 57 2 0 0 0
Total C N O S
50 D2 16 377 228 90 57 2 0 0 0
e Molecule 51 is a protein called 50S ribosomal protein L35.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o1 B3 64 504 323 105 74 2 0 0 0
Total C N O S
o1 D3 64 504 323 105 74 2 0 0 0
e Molecule 52 is a protein called 50S ribosomal protein L36.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
Z B4 38 302 185 65 48 4 0 0 0
Total C N O S
o2 D4 38 302 185 65 48 4 0 0 0
e Molecule 53 is a RNA chain called 16S rRNA.
Mol | Chain | Residues Atoms ZeroQOcc | AltConf | Trace
Total C N O P
o3 CA 1530 32831 14642 6024 10635 1530 0 0 0
e Molecule 54 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o4 CG 150 1175 730 226 215 4 0 0 0

e Molecule 55 is a protein called 30S ribosomal protein S13.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o5 CM 113 877 541 177 156 3 0 0 0
e Molecule 56 is a protein called 30S ribosomal protein S16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o0 CP 80 639 400 126 112 1 0 0 0
e Molecule 57 is a RNA chain called 5S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N 0O P
o7 DB 17 2507 1116 459 815 117 0 0 0
e Molecule 58 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o8 DF 178 1420 905 251 258 6 0 0 0

e Molecule 59 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

59 BB 4 4 A 0 0
Total Mg

59 BA 134 134 134 0 0
Total Mg

59 CA 41 Al A1 0 0

50 | DJ 1 Total Mg 0 0
1 1
Total Mg

59 AA 43 13 43 0 0
Total Mg

59 DA 133 133 133 0 0

59 | CE 1 Toltal l\gg 0 0

59 | DC p Total - Mg 0 0
2 2

59 | DB 1 Toltal N{g 0 0
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e Molecule 60 is TELITHROMYCIN (three-letter code: TEL) (formula: Cs3HgsN5010).

TEL

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
60 BA 1 53 3 5 10 0 0

e Molecule 61 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
61 B4 1 Total Zn 0 0
1 1
61 D4 1 Total Zn 0 0
1 1
e Molecule 62 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
62 AA 198 198 198 0 0
62 | AL 1 Total O 0 0
1 1
Total O
62 AN 6 6 6 0 0
62 | AT 2 Total -0 0 0
2 2
62 | AU 1 Total O 0 0
1 1
Total O
62 BA 598 508 508 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
62 | BB 20 20 20 0 0
Total O
62 | BC 10 0 10 0 0
Total O
62 | BD 9 A 0 0
62 BE 1 Total - O 0 0
11
Total O
62 BL 9 A 0 0
Total O
62 | BN 3 A 0 0
62 | BQ 1 Toltal (1) 0 0
62 | BR 1 Total - O 0 0
11
62 | BT 1 Total - O 0 0
11
62 B2 1 Total - O 0 0
11
Total O
62 B3 3 A 0 0
62 B4 1 Total O 0 0
11
Total O
62 | CA 192 95 102 0 0
62 CE 5 Total O 0 0
5 5
62 CI 1 Total O 0 0
11
62 CL 1 Total O 0 0
11
Total O
62 | CN 3 A 0 0
Total O
62 | CT 3 A 0 0
62 | CU 9 Total O 0 0
9 9
Total O
62 | DA 595 “on 505 0 0
Total O
62 | DB 4 P 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

62 DC 13 13 13 0 0
Total O

62 DD 3 3 3 0 0
Total O

62 DE 3 3 3 0 0
Total O

62 DJ 6 6 6 0 0
Total O

62 DL 6 6 6 0 0
Total O

62 DN 2 5 5 0 0
Total O

62 DT 3 5 5 0 0
Total O

62 DU 2 5 5 0 0

62 | DV 1 Total - O 0 0
1 1

62 | D2 1 Total - O 0 0
1 1

62 | D3 1 Total O 0 0
1 1
Total O

62 D4 3 5 5 0 0
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49% 19%

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

wwPDB X-ray Structure Validation Summary Report

31%

0/ o

Chain AA: ®

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one

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

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

3 Residue-property plots (i)
e Molecule 1: 16S rRNA
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e Molecule 6: 30S ribosomal protein S6
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e Molecule 14: 30S ribosomal protein S14

Page 29

9%

54%

33%

8%

Chain AN: —

99L

€90
(4L

09Y
650

™
0
a

08T

8%h
1¥1
524
b1

evY

~ o ) o =
I3} [} m < &+ &
& H = ®E =

N~ © o
o o o
X< 0

00TH

S61

€6d
T6I

06D
684

98Y

8y
£8A

181

6.8
8LT

e Molecule 14: 30S ribosomal protein S14

9.4
SiY

894
19D

5%

9%

50%

36%
35%

(X )
=)
I3
[

Chain CN:

LPT

© i mm©
& o <
m o= £

EEA

0€I

141

ey

©
-
<

E€TA

OTA

° €l

9%

39%

52%

0/ o

e Molecule 15: 30S ribosomal protein S15
Chain AO: "

s
)
|

e Molecule 15: 308 ribosomal protein S15

e
7%

47%

45%

2%
Chain CO: &

0%d

€EY
CTEL

0€T

8TA

9CTA

Tl
€2S
[44)
Tl
oca

B

©
©
~

TTA

631

LL

3

e Molecule 16: 30S ribosomal protein S16

[

981

£8Y

T8I
08T

8LL
LLK

®

—

-

N

—

le]

R

@

(]
S
©
-

=

=

o

<

]

o

0ZA

6LN
8LA

SLI

eLY

O

R LDWIDE
PROTEIN DATA BANK

W



AV'7S

20%

50%

wwPDB X-ray Structure Validation Summary Report

26%

9%

e Molecule 17: 30S ribosomal protein S17

Page 30
Chain AQ:

|69l oL q9H
89)

B R .
997 . 195 — . T9L
| sed |91 . ol Ten |
wwm mwm —.o//o S mE
091 0 T9Y M LSA
69 EN e 091 9gH
89A - e 693 | g

| e 8aA ey
9D L8A €49
%91 9ga zaN
€99 [ | 1GH

©
0
>
o0
- N m
~S
acm
()
==
B
< >

0sN Q 0LL TLa LL
87 | oewn ro 695 0LL o 971
s 8o © 0 s 3 691 o o
e 9vH L%a 1971 0 1 o Wil
® g 9%H 991 991 o @ _cu
jaz: 573 995 995 [N [ e |
| eyt N e ©iH 9T %91 0 T9d
4% Q 01 ® €9k €9k o Obd
79 z9u ® 68l
0%l [ otev | 19V °
9€4 . oesd 094 09y °
gey g€y 69 69
| owen I~ o le1 | 00 | 0 8SI o gy
£ex — 9g4 — 9gy — L8¥ — E8
| eer n | n i 5! e o een
18d ek gy e Sl
0¢gH g ° = R= %91 = o T8M
o @ 8hy D & e 081
e e = e
@) O€H o AL S o o ® 6td
= 62 = 991 = = 8z
ozy @F ° oF | oewd (oF 9%l oF ra
ef4cs — — Pl — —
eI < < [ S < o
| osev m Y4t m ) Thy m m zTA
zTA [} fza o & CoTEs o ® %S =} [ |
% o ez R ~ 0vd n < 0vd 2 e 61
S zzh < 6EA 2 6EA 2 7
Q ) ° Qo e} 2 3p3
® 618 — TZA — [ 1 — ™ LT
8Ty - ©oer ~ 1€ ~ ges — o omi
L18 0 R® 6TS wn 9D wn [ 0 s e 411
S e s o ® 15 o = geL o= o Il
oty l o L13 pEm PR o ze1 o 18
10 187 - £eL .. T€X e aIT
exs s 1S owr B weem - Cwa
S e A o I ‘B
LLA > Q 8LA <2 R ] R <@ .. ol EEN
9.8 = 69 o LA = o = = w2 8d
l g O . oLy e = % O 2 < sn
o LI < ° =N <@ gz < £y <2 9%
O gLl 3 m ° »u1 3 .nmnw o 3 .m eek > .m [ e
qu ZLM P 120 T2a 71
i mc cm T cETSET S =-
o & ° O ° O e 61 ° @) 618 ° O o =z

13%

48%
RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W

63%

e Molecule 19: 30S ribosomal protein S19
38%

Chain CS:



AV'7S

wwPDB X-ray Structure Validation Summary Report

Page 31

€90
2oL
TOA

65

000000
o
©
=

LSA

gsb

€86D

TSH
0GA
6%V

S%D

€V

Tvd
e Ovd
@ 6¢I
® 8tl
o g5 |

® 9gY

0
™
~

™
™
=

0€1

0000000
©
3]
B4

oy

LTH

[
<+
-
a

€TH

o o000
© ~
IIII“ c,IIIIIIIII

€S

16%

51%

+

00
29%

~ o
N~ ]
=lm

LN
w 0
N~
a e

(X )
%

Chain AT: .

e Molecule 20: 30S ribosomal protein S20

SEX

- o +
™ ® ™
H X =

62L

o
o
~

S¢S

[41]

N

98Y

83
£8N
z81
180
08y
6LL

YLH
€Ld
LY

18%

36%

45%

25%

e Molecule 20: 30S ribosomal protein S20

Chain CT:

f4eic

SHY

(N X N )
o
=
a

YEA
® E8X

82

4
£€cy
(44

L1Y4

12
€18

(34

22%

51%

57%

e Molecule 21: 30S ribosomal protein S21
24%

Chain AU:

€831

821

[ X X )
+ 10 © I~
SRR
o< o>

e Molecule 21: 30S ribosomal protein S21

611

©
-
5

™
bl
=

o
P
o

0000 O© o000
0 Q N~
= 2w

™
it

8%

27%

39%

25%

12%

Chain CU:

TGA

SPA

1529

6EX

™
)
~

0€d

0 o
a A
o

e}
N
<

2T
128

611
814

9TYH

(X ]
™
] ~ - R
H (=] BA > <

16%

46%

36%

(] o
o o
=] O -

°/ o

Chain BA: .

e Molecule 22: 23S rRNA

€38y

TS0
0sn

3

S¥D

0
ovn

8EY
LED
9€D

TED
0€D
620

LTH

4

220

=
-
<

o ™ © ~ ©
s D <= v O

@ 6€1n

SETN

9TTV

LTTD
9110

601D
80T

(411}

©
o2
>

D E

R L DWI

O
PROTEIN DATA BANK

erbDeBe

W



AV'7S

wwPDB X-ray Structure Validation Summary Report

0 © N 0 O
© © © ©
P R ]
[ERCRERT T

Page 32

(4744

£eTY

8TTH
LTTY

L0TY
9020
S02H
vocy
€0y
cozn

661V
8610
LBTY
96TV

761D
€610
2610
T6TY

€810
281V

8119
ELTV
TLIV
TLI0
0L10

9910

veey
£TED
TTEV

0zey
61€D

i
I

0TEY
60EV

L0€D
90€N

voen

682D

182H
9820

¥8cn
£8¢H
[4:14 4

1920

€92¢H

88cH

8%CH
L%2TH
9%Cd
S¥CH
i4741
even

L6E0
96€D

T6EY
06€0

88€D

98€0
v8EY

1

8L€D

YLEY

TLEY

69€0
89€V
L9€D

S9€en
79€D

09€N

8G€EN
L8€0
9G€H

€980

0s€d
67€0

£%€0

0YEY

8EED
LEED
9€E€D
SEED

£eed
TEEV

0EEY

8zeNn

STeD

TLYV

(A4 4
69%D

L9%D

79vn

{4570
1990
09%V
6370

LG%Y

il

0S%D
677V

ov¥d
S¥¥0

544
444
157471

9E¥%D
SE¥D
vEVN
E£E€%D

225711
0PV

ST¥D
wTvd

1290

6170
81%D
L1%D
91%0
STHV

€1%0
(45414

01%9d
60%D

To%Y
00%D

Svsn

%S0
TSy
0%50

i

vean
€€9D

T€4D
0€9D

T18d

8LYY
LLYY

SL%0

1680
065V
6830
889N
1890

989D

£89D
42544
189D

bLSY
€Lsn
TLSY
TLSO

6930
899N
980

%990

1

099D

844N

999D
¥gan
€99D

189D

789D
£890N
289D

9.L9Y
SL9V
.99
€190
TL9D
TL9D
0L9Y

i
L

899V
990
999V

099D
659D
899N
4990

T899

YPov

zvon
TPon
0%90
6€90N
8€9D

9€9D

€90
E€E9Y
TEY

9GLY
eL=pAs}
baLn

*

6%LY

SPLD
vrL0

ThLY

6ELY

9ELD

€ELD

0ELY
6TLD

LTLY

()]
voln
€TLD

LY
oz.Ln

LTLD

90LY
S0LY

coLn
T0LD
004D

8690
L69D

690
£69Y

cesn
T€8D
0€8D

T8N
ozsen

3

818D

S180
180
€180

808D
080

S08D
o8y
€080
208Y

TOLY

@® 488D

088D
618D
8.8V
LL8Y

§S.8D
¥.8D
€180

080
698D
8980

S980

£98V

i

848D

968)H
968D

casn
198D

7¥8y
€980

0%80
6€80

LL69D

L6V

060
696D

L9610
9969

€960
296D

096V

L5960

%969
€896
256D

8%60

w960
£Y6V
Tv6D

+

L€60
96V

£E6Y

0€6D

¥c6D
£26D

126D
0z6v
6160
816V

9169
ST160

L

116V

+

9060
S06V

0701V

LEOTD
9€0TH

€E0TN
CEOTY

6201V
8TOTV
LTOTY

67070

LT07D
9107D
ST070
YI0TY

L00TD
900710

€007D
C00TH

0007V
6660
8660

%660
£66D

066V

886V

9860
S$860

90TTD
SOTTN
Y0110
€0TTY

660TD

L6010

€60TD

T60TD
060TY
680TY

L80TD
980TV
S80TY

28010
78070
080TY
6.0TD

LLOTY
9L0TD

690TY
890TD
L9OTY
990TN
@ S90Tn
%9070

650TD

LSOTY
9G0TD

»e0TY

0G0TY
67010

L%0TD

® S.LITV
vi1I0
€470
TLITD
e TLITD
0LTTD

89TTD
L9TTD
wwmﬁu
19110
0971D
681N
8GTTD
LGTTD
9GTTY
SGTTY
PETID
€GTTD
CSTTD

0STTD
6%11D

9%TTD

YYITY

witn
0%11D

8ETTH
LETTD
9ETTD

TETTD

8CTTTD
SCTTD
{410
€CTTD

LITTD

LOTTD

S9TTY
voCTY
€920
(444

LSTTO

GS2TN
b&TTY

[4t4 5]

06TTH
6%C1N

L%TTY

SHTTD

£%TTO
ZvTIn
TYCTV

6ETTD

.

Z8TTD

6.TTD
8LTTD
LLTTD

8EETH

9EETV

YEETD
€EETD

8TETV
LTETV

TTETY
TCETY
0ZETD
61E€TD

91€T0
STETO

CIETN

0TETH

80ETY

S0E€TD

L6210
962T1H

€6CTO
T6TTH
16210
06210

88TTH
L8TTV

18219

6L2TD
8.TT0
LLTTD

€LTT0
TLTTV
TLTTD

R LDWIDE
PROTEIN DATA BANK

w_ 0



AV'7S

wwPDB X-ray Structure Validation Summary Report

b

Page 33

LI%TD

STPIN

S6ETV

€6ETY

LLETD
9LETD

cTLETN

o

8YETD
LYETY

08%10
6.%1D

YLy
€L%1D
TLP1D
TLY1D
0L%TY
6971V

99%10
99%1D

£9%10

LSPTI0

8%%1D
L¥%10
9%%10
eiAA 0]
PPPID

(44431

0v¥I0n
6EVTY
8EYTIN
LEVTD

EEVTY

TEVTV

LTHTY
9THID

£€THID
ZTHID
114745

8THID

CTESTY

62C9TD
8CSTY

918TD

v19TD

96%TY
S6%TY
a8
£6%TD

L8%1IN
98710
S8%IN
Acias
€8%TD
28%TD

L%910

S%9TD
PP9T0

0%9TY

LEITY
9€9TN

|

LT9TH
9T9TY
4g9Td
v291N

TTOTD

LT9TD

ST9TD
P19tV
€19TD

F

6091V

S09TD

009TD
66510

6T

T8GTH

hhmﬂu
9LSTD
€LSTD
TLSTY
TLSTV
0L8TY

9TLTD

E€TLID

TTLTD
0ZL10

8TLID
LTLTY

60L10

LOLTD

SOLTV

¥891D
€8910
2891H
18919
08910

LLOTY

SL9TD
7L91D

F

6991V
89971V
L9919H

S99TV
v99TY
€991H

6399T1D

99970
SS9TV
veoTY
€99TD
CTS9TV

6%91D
8%910

P6LTV

68LTV

98LTV

€8LTV
[4: 7R

08LTV
8LL10
9LLTD
SLLT0
YLLID

TLLIV

0LLTD

LOLTH

i

€9.1H

T9L1D

6SGLTY
8G.L10
LSLTY

SSLTV
PeLTY

0S41H

8YL10
LyL10
OYLIV
SYLIV

L

0%L1D

LELTD

SELTY

EELTD

TELTD

8TLTD
LTLTD

S9870
79810

T98T1H

0981H

98810

€881V

9%81H
S¥81H

£78T0
(4235
9810
0%81H

8€8TD

SE8TH

€€8TD
TEBTD
T€81D
0€8TD

L2810

TT8TD

28TV
02810

81810

918710
ST8TY

€181H

L

608TY

L081H
90810

COo8TV
TO8TV

66.LTD
86.70
L6LTD

S6.LTD

Y610

6€61N

8T6TY

9T61N

£T61N
TTETH

8T6TV

9161V

-

%1610
€161V

11610

L06TH

¥.810

6981D
89810
L981H
9981V

2eocTn

610TY
810TH
L1020
91020
ST0TY
10TV

9002)

i

10020

8661V

96610

98610

€861D

0861H
6,610

LLETY

TLETD

L96TD
9961V
S96T0
Y9610
£9610

€3802H
[4:{14
TS0CY
08020

L

9%0TH
S%0T0

zhoTy
Th0ozn
0%02D
6€020
8€0TH
LEOTY

veoTn

L20TH

¥20TH
€20TD

=4
€872T0
TST1TH

€%120

19129

@ 6€1en

® 90te2n

@ Soten

o %010
mommo
86020
L60TY
96020
S60TY
v60CY

1444
0zeen

4144

01220

80TcT)
L0TTd

L3

00zzd

9612C0
S67120

i

€6T1TH
6120

68120
88120

981¢H
812N
¥81CY

[4:1341)

LSTTH

16220

L3

£82TD

1822V
082TH
6.cTH
8.TcTY

9.geTH
§S.2Td

cleen

692TH

92TV

£92T0
[41441)
19220
09zTd
65z

Lgzen
98zeTH
elet4 4]

[4:t44]

sveen
¥veen
gveen
[4744]

i

8ETTH

9gzeTn
S€TTH
¥eced
£ezen

1€cen
0€zTH
62cTn
82TTH

¥TTed
£2TTH

8SETY
LSETD
9s€TN
SGETH
YSeTO
€GETH
TSETY

0GETO

€ceTh
2TETY

0ozeen
6T€TH
8TETH

9TETH
STETH
Y1ETY

0TE€TD

LOETH
90€T0

L

662Tn
862TY

v62TH
£62TH
41441

SEVTY

Teven

L2%TO

{4474

02%2d

L

91%2d
ST¥TH
12514

voven

L6ETH
96€TH

¥6€TD
£6€cN

16€2H
06€zN
68€TH
88ETY
882N
98ETY
S8€TH
¥8een

18€CY

6LETH
8LETY
LLETY

SLETH

cLeTn

99€TY

S9ETH
¥9€TD

CT9ETI
T9€TH
09€TH

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4VT8S

Page 34

1820

L0STO

66%2D

67T

06%CH
68%2N
88%CH
L8%TH
98%2D
S8%TH
¥8%CH

8%CH
08%2d
6.%2n
8.L%TY

9.%2d

TL%TD
TLYCY
0L%TH

89%CY

x4

[4ciza]
1374
0S%ey
67%2N

L%%2H

vP¥Td
£9%TO

Twven
0%%2d

9EHTH

0.S2D

8982ZN

998TY
999TY
v99Cy

c9gzn
19820

84920
LSSTH
9GS8TD

ggsen
746820

8baen
LbSTY

S%92H
a4

chaecy
154t4
0%82D
6£820
8E€9TH
Lgsen
9€STH
SE€STH
veacy

Tesey
0€S8TY
625CD

LT8TO

etdci4]
i74°14)]
€28TH
zcezn

0TSTH

LTSTO
918TY

1820

959zn

TS920
08920
6%92D
8%92H
L%920

S%9¢H
v%92H
£%92D

T%92H

6E£9CY
8€£92H
LE9TN
9€9TD

6292n

LT9TH
992D

2c9Tn
j14%4)

a192n
v192V

60920

9092D

70920

8639TY

£692n
2T69TH
168920

£89TD
8STH
T852H
0852

8.8TH
LLSTY

PTLTD
€120
TTLTD
TIL2V

S0.LTY
%0420
€042D

00.LTY

846920

808TH
L0820

S0820
70820
£082H
2082H

86.c0

96.z0
§6.20
¥6.20
£6.20

06420
68.20

L8.L20
98.20

¥8.L2n
£8.20

18.TY
08.2H
6.L.20

LLLTD
9LLTV
SLLTD

€LLTD
TLLTD
TLLTD

69.20

L9220
99,2V

b
L

88,20

19.29

67TV

@ 988T)H

£88TY

6.8¢Y

§9.82D

€182V
L8ty
T.820

698CD
898CY

9982Nn

0982y

€682D

6%82N
8%8¢H
L¥82n
9%82H
a¥8zn
%%82H

T¥820
0%82D
6€8TD
8€8TH

9€82N

0€82D

i

v28Td
£c8cy
228TH

6182D
81820

ST8TH

£18TY
182D
T182H
0182V

86820
L6820
968T0
S68TH

e Molecule 22

£68TY

23S rRNA

25%

51%

20%

5%

Chain DA:

18D

8%
L7D

S¥D

(4414
90

[
L
™
<

1€0
0€Dd
620

92D

cm
10
0Ty
69
80
LD

sy
n
en
(4]

LT1D

® <T6Nn

060

280
18D
089

8.0

04D
690
899D
90

8€TN
LETN
9€TH
SETN
YETD

(431
€TV

6210

LTTV

L%TD
9%TD

4741
£¥en

CETH

ogTy
STTO

(44]
61CY
81TV

v12d

[414]
T80
012D

TOED
00€Y
66TV
862D
L62H
9620

£620

£8TH

1820
® 08z
6.LTY
8.LTY

9.20
S.T0
.20

TLTY

0Ly

192D

€9¢H

09z¢H
6G2H

3

4]

£LEN

69€0

L9€D
99€D
g9en
%9€d
£9€D

19€D

8GEN
LGED

sgen

Tsev

18€0
0S€D

[

0 O N
&4
® 000
< <<

® €ged
ceey
T€ED

8TEN
LTed
9TED

0ozev

67€D
o 81€d |

L1€D
® 91€d

¥1€d
€1€d

EEWD
(4541

LTv0
9T¥d
STHH

(4444

0Z%0

81%D
L1%D
9170

7190

19D
0T%D

80%D

£0%0
{44l
109V
00%D

S6€N
76€0

CT6EN

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4VT8S

Page 35

L6YV

£6%D

98%0
S8%0

8LYV

6970

98%0

£G%V
{455

08%H
677V
e 8%

(474745

8EYD

9E%D

vevn

® %990
cosn
8G3N
feleed §
969D
¥aan
€980

089D
6%9D

TPSY
079D

8EGY
LESGD

vean
€€49D

T€5D

8TV
1280
9Z8v

7Tsd
€290
TTaeyv

6180
816D
L1890
918D
STGV
4514
€18V

180
018D
6080
808V

908D

008D
6670

7T90

619D

9690
648N
£6390

680

@ 6880

G89D
® ©890

2889V
188D

6.9D
@® 8.9D
LLSD

789D

6.90
8L90
LLOV
9L9V
® S§.Lov
%99
£L90

6999
899V

999V
S99N

® €99)

T99Y

699D
8890
L8990

® €991
cgon
1999
0890

L%9D

®
THov

chon
von
0%90

9€9)
S€90
%€90
£€9V
TEOV

0€9D

ST9H

S§.0
b9L0

TGLY

0G.LY
6%LY

2690
7690

889N

£8LY

6.0

LLLD

8G.LD

9G.LY

748D

T80
0.80

%989
£98YV
989

L98)
9689
968D

o
SY8V
7¥8y

818D

4 4
SPeY
%60 800TV
Y6V 20010
cv6D 90010
1 moms
9E6Y TOOTY
SEBD

EE6Y

6260 T901H

8THY T90TN

L26Y | os01n
6S0TD

STeY
vT6d 686D
£T6D

1260
0z6Y

€G0TD

860D

086V

L1169
@ 9%01V

oo

096V

TS6D
086D

8¥%60

07110

8ETTH

EETTY
CETIN
® T1ETTD

STT1H

(4935

0TTTD
61110

LTTTD
@ 9T11D

YIT1ID

60710
80110
LOTTD

3

CTOTT)
10710
001D

8601V

26010

S80TV
7801V

28010

€0T10

002Td
66110

L6TTD
96TT1D
S6TTH
wmmﬂd
16119
06T1H
68TTY
88110
L8TTD
98T1H

8710
€8T10
28T1H
181710
08110
6LTTD
8LTTD
LLTTD

TLTI1D
0LTTD
69TTV
89TTH
LOTTD
99T1H

(429t
19110
09T11H

8GTT1D

SGTTV
¥3T1D

L

67T1D

LYTTV

YPITY

w10

icla )
£9210

19210
® 0921V
632TH
8GZ1N

® ¥STIV

@® TSTId

18210

LYTTV
9vTTV
FiZ4 %)
444941

14741

[liz4 1)

0ETTY
1441

9TTTV

€2TTH
[444 1)

81CTH

EITTV
(4341

60210
80TTD

SEETO

EEETH

62€T0
8TETY

STETN

0ZETD

81€TN
LIETD
911N

Z1ETD

0TETH
@ 60€TD
80ETY
LOETY

S0E€TD

€0€TH
COETY

66CTD
96CTH

€6CT0
T6TTH
16210

6.TTD

LLTTD
L]

96€TN
S6ETY
v6eTN
€6ETY
26ETY
T6ETN
06€TN

Y8ETY
€8ETY

T8ETH
08ETD

LLETD

SLETN

ELETY
TLETN

89€TH
LOETY
99€ETY
G9ETY
Y9ETH
€9€TD
T9ETD
TOETH
09€TD
6GETY
8GETD

9GETD

TSETD
0GETD
6%ETD

LYETY

THETY

8EETD

R LDWIDE
PROTEIN DATA BANK

w_ 0



AV'7S

wwPDB X-ray Structure Validation Summary Report

Page 36

99%10
SO%TD

(42
19910
09%10

88710

¥SY10

{4525

H

8¥%1D
LY%T0

Y910

[4421)
19910

6EVTY
8EVIN
LERTD

EEVTY
CEVTD
1157241

62%1D

STHID

THID

i252%)
EIPTV
cIPIN
11910

60710
80%1D

S0%10

€07 TV
2o%1n

62STH

LTSTH
928Td
STETY

£€24910

12919

61G9TH
81810

91G1H
STGTV
71810
€14970
CIST)

90870

Y0STY
€0GTY

T0STD
008T1H

86%10

9671V
S67TV

671D

€8%1D
(45541

08%10

LLYTY
9L%10

wLVIN

6971V
89%10
L9%10

L6STV
9681V
S6ST0
76510
E€6GTV

T6STY
06GTV

88GTH

99GTV

%9910
€9610

098D

8GSTD
LGSTD

3910
€GSTY
[4°11a )
T89SV

9%4T1H
SYATV
sl
£%41H

T%S910

6ESTN

To910
19919

699TD

99910

€99TH
TS9TV
19919
0897V

SY9TH

P91V

6€9TD
8€9TD

€E€9TH

T€9TD

62910
829TH
L291H

§2910
vcotn
€T9TH
TToTH

8191V
L1910

T191D

609TV

S09T0

20910

009710
66ST0
86GTV

6210

|

YTLID

TCTLTD

8TLTD

9T.LIN

ETLTY

OTLTD
60.70

669TD
8691V

£691TN

16910
0697V

889TN
L89TD
989TD

£€89T0

891D
08910

LLOTY
9.9TV
SGL9TD

L

TL9TA
0L9TD
6991V
899TV

999TD
S99TY
Y991V

LSLTY
9GLTD
SSLTY
YaLTY
€GLTD
TGLTD
TSL10
0G.41D

LvL10
OPLIY
SYLIY
vhLIY
€9L1D
ch.LIn

0%LTD
6ELTY

LELTD
9ELTN

898TD

8G8TY

998TN

vae8TY

9%81H
S¥81H

£%8T0
Zv8TD

6E8TD
8E8TD
LEBTD
9€8TD
SE8TD
e8I
€E8TD
TE/TD
TEBTD
0E8TD

Lg81n
928TH

281D

2T8TD

618TY

918TD

€18TD
21810

L08TH

08TV

86.T0
LBLTD
96.T0

6€6TN
8E6TY

9E6TY
SE6TD

€E6TD
CTEBTY

8C6TY

9T6TN
ST6TO
610

0Z6TD
6161V
8T6TY
L1670

CTI6TY
11610
0T161D

LO6TD

S06TD
061D
€06TD

TO6TV
006TY
mmmﬁq
mwm«<
98810
49881V

L

08810
6,810
8.81D

TLBTV

96610
Y6670

06610
686TD

L86TY

98610
861D

0861D

SL6TD
vL610
€L6TD

6961V
896TD
L96TD

T9610

88610
LG6TD

€361V

TS610

§S.020
vL02n
€L0TD
TL0T)
1.0TY

650CV

LS0TH

vsocy
€80TH
[4:(14

8%0¢H

9%02H

i

[47444
19020
0%0TH
6€020
8€0TH

SE0TH

2E0TH

620TH
8z0cN

S20T)

o
670CY

L7020

® 4102V
vrocY

e T¥iTd
® 0%1Td

LETTN

YETTY

® 90120
S0TTN

o
€0T2D
[dut4]
1012V
0072ZH
66020
86020
L60TY
960D
S60CY

16020

.80TH

T80TV

6,020

LL0TY

102TH
00TTO
66TCV
86T1CV

96120
S612N
w6120
€612H

0612H
68120
88120

9812H
g81CN
78TV

[4:3%41)
@ 1872n

9812H
g41en
vaTCY
€8120

189720

67120

97120

4444

LETTH
9gzeN
S€TTH
v€TTH
gecen
TETTO
1€22n
0€2TH
62zen

yXada)
92TTH

i(444)]
£2TTH
(4444
12229

61220
812TH
L12TH

S12TO

60TTH

S0TTY

cozen

6zeTN
8TETY

i

@ L0€TH
@ 90€TD

%0€TH
€0€TH

96zeN
§62TO
¥62TH
£62TH
z6zen
16220
062TH

§8TTO
v8TTY

08zTH
6.2TH

L.TTH

§.2T0

£.LTTV
c.LTeTn

692TH

O

R LDWIDE
PROTEIN DATA BANK

W



AV'7S

wwPDB X-ray Structure Validation Summary Report

Page 37

08€TD

L

9LETY

i

vLETO
€LETH
cLeTn
TLETD
0LETH
69€TY

[ 892D |
L9ETH
99€TY
S9€TH
Y9€T0
€9€TH
CT9ETD

09€TH

LGETH
96ezNn
9GeTH
SETO
£9€TH
TSeTy

ZHETD

3

et
TEETD
0€E€TH

98%TD

0S¥%TY
67%2n

LY%TH

Sv¥TH
V4414
£¥%20

Thhen

6EVTY

vevTY

0Z%2d

81¥%TY
L1%20
91%2d
ST¥TH
N4
€T%TH
[asZ24)
115441

60%2H

86€TN
L6ETD
96€TH

¥6€TO

vTeTd
£€2S8TH
zesen
1280

61520
LT8TD
918TY
S1820

€182V

¥8%TH

8%Ty

8L%TY
LLvTn

v.lven
eLven

69%CY
89%CV

99%2D
99%20
79%TH

29%Td
13574
09%2n
6S%CY

¥8gcn
£89TH
28S9TH
1852H
08520

i
L

LLSTY

§.9T0
¥.92D
€.8T0
TLSTY
T.920

0LSTH

8992N

9¥%gzn
eAet)

6€9T0

£egzn
TESTH
Tesey
0€STY

,TSTH
9TS8TH
§STSTH

£3992n
T992)
15920
05920
6%920
8%9TH
Ly92n
9%920

8092H
L092H

¥09zn

009y
66S92H

S69CH

£64920
T6STH
16520
06STY

8849TH

08920

8920
192D
9,920
S.9¢V

(3141

%992D
£99TH

§4992H
vsocy

T6LTY
162D

68.LT0
88.LT0
L8LT0
98.20
S8.LT0

09.2)

[472x4)
152X41

6€LTN

SELTH

£9820

1982n
ommu<
£9820
T98TH
1982V

682N

1€82H
0€82)
628CY
828TH

i

928y
§28TH
i£4:14Y]

028V

6182H
81820

9182H
S1820
v182Y
€182V
c182TH
11829
0182V
608CY

L08zn
90820
S082D

i

0082V

® 66.2V

® L6.20

@ £062n

0062V
668CY
86820
L68z0

06829
68820

.88TV
988V

882N

55 rRNA

898TV

99820

e Molecule 23

¥982D

15%

42%

© N~ )
& Sy
< O (3]

43%

Chain BB

-

6.LD

LGV

bl

T8y
TSD

Q
0
=

as)

[0

L

8€D

9€D

veY

zen
TED

62V
82D

azn

4

819
L1D

vin
€19

+

69
80
LD
99

19%

44%

35%

508 ribosomal protein 1.2

3%

e Molecule 24

Chain BC

-
w0 ©
(ST

@
©
=

L9%

woA
€91

-
©0
>

63b
8G)

99D

CGH

13

D

6€S

LES

12d

8TA

9TA
STA
Y1H
€14

6ETL

GETd
PETI

TETW

8CTL
LTIN
9T1d
gcid
{445,

TV
0c1a

811D
L11S

2311
€11a

TITV

801D

901d

(423

007¥
662

963

16V

¥8d

(428

08T
6.4
8.3

SLY

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



AV'7S

wwPDB X-ray Structure Validation Summary Report

Page 38

H
1

8672
LBTY

961D
Y6TA

261D
T611
06TL
681V

L8710

S8TV
812

691V

L91a

S9TV

€971

TOTA

6GTL
841D
LGTY

L¥1d

j4A%S
€¥IA

0LcH
692H

£92d

192d
09y
68T

LGcH
feletA

9%Zd
SveL
4244

TETH
0€egd
6CCH

Lgeh
9ged
ggen

0zcH

8TCL

508 ribosomal protein 1.2

e Molecule 24

[4°L s
TOX

15%

GSD

€41
CSH
T8

6%L
8¥%1
LvY
9%D

N © <
® M &
IIIIIIED = -II = II

54%

€€1
TE1
Ted

624

j44:

T2d
ogN
6TA

® LM

30%
©0
=

STA
YTH

9%

=
=
o

©
=

~
o

0
&

Chain DC

[43%)]
11TV
OTTA

® SOTV

T6V

o8N
¥8d
€80

e 183
081
6.4
8.4
LLA

SLY
vld

TLD
0LY
894
L9

994
S9a

66TH

LTV

S61D
76TA

1611

981d
S8TV
¥813
E€8TA

1874
08TW
@ 6412

LLTS

SLTT
A%

TLIL
TLTA
OLTR
9914

19TA

6GTL

LSTV
981§
SGTY

€GTT

181D
0819

PeTI
EETN

TETH
0€Td

et oacs

£€TH
TECH

0g€Td
6CCH

44

i

61CA
81Tl

9TcH
STTA
414

TIcy

L0TV

90Ty

S0TH

€0TA

(45

508 ribosomal protein L3

e Molecule 25

17%

47%

=
&
|

32%

Chain BD

Q
©
=

«
te}
=

©Q
0
=

™
10
S

TSL

©
<
-

~
<+
<

1341

SEL
YEA
€Y
CTEN

6CA

~
o
=]

o < ©
[N Il
o= =

(443

0ZA

81

STd
¥TI
€14
CTL
TTW

SA
71

0071

760

9838
S8Y
%81

0L

894
L9H

£0CTA

0614
68TA

9811

181a

LLTA

7L1S

TLIA
TLTL

3

881D

2GTd

6TN
871h
LB1H

91D

(429
1541
07TH
6ETS
8€TT
LETS
9ETN

YETH
€ETL

902y
G02d

mn L3

50S ribosomal protei

e Molecule 25

o

g

-

N

[s\)

[te)

N

o

]
R
(2]
—

=i

o=

<

=

@)

€89

- o
[TolTe)
H B

=
e
=

~
<+
<

[}
&
=

(X ]
© @ o
) o
o =]

10
©
1]

LN )
oo
® 0
= =

0ogx
® 62A
8cH

019

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4VT8S

Page 39

1€1Q
0ETh
6CTL

LTT4

® GTIM
jZ4%:t

0Z1H

LT11D
9TTH

I
€118

TT1D
® OTTL

80Td

SOTY
® ©VOTA

[daa)
1014
0071

760
€69

684
883

81
€84
84
181

[
©
I
©

[

™
~
=

s
©
=

LLTA

® LI

TLTL

€919
{4215

0914

LGTH
96T
SGTA
10

2G81d
TSTL

671N

9Y1I
® G&¥%1S

£¥1d

0%TH

LETS
9ETN

YETH
€ETL

60TV
80Ty
LOTA
902y
g0cd
0Ty
£0TA
20TI
T0CT
0oza

961V

in L4

50S ribosomal protei

e Molecule 26

17%

+
+

47%

33%

Chain BE

€LI
TLS

0LS

S9L

%90

8G)
LGN

gas

(418
Ted
0SYV

b
[0 21
6EY

LEY

TEA

3

LTT

3

€4

14

8TL

3

E€TL

018

o
o

™ © ~
= XA

-
=

€711
(4244
TPTH
LETH

YETT

TETL

vT1d

cecra
12TA
0TTA

8111
LTTH

vITY

CT11
TrTE
0TTS

LOTS

S0T1
vOTV

TOTX

8631

0
)
=

€65

060

L8Y

S84
8L

289
78D

S.LS
(25

061V

88TH
L8TA

G8TYH
81a
€874

YL1D

TLIY

69TA

99T

%911
€9TN

191V
097V
68711

50S ribosomal prote

L8T1

$81d

[4sh xS
TS1D
0STL
6%TI
8¥TI

e Molecule 26

Sy1a
i44%S

m L4

44%

16%

56%

27%

Chain DE

® 82A

@ ST

® €T

e 0
©
-
=]

0TS

e€TTH
[4a%:s
1TTA
0ZTA
6TTI
8111

911a
STT
235
ETTA
[43%
34t
0118
60TT

90T
SOTT

T0TX
® O00TW

964

984

€84

18D

S.S

TLD

<+ 10 ©
© © ©
[T <

T8TI

6.1S
8LTA
LL1d
9.L1a
SLT1
YL1D

TL1A

[
©
—
>

LITA

ToTY
097V
6911
84914

9GTN

v41a

TS1D
0GTL

L9111
9%IA
Sh1a
j4A%S

508 ribosomal protein L5

0021

T6TV
161d

® 98TA

e Molecule 27

11%

13%

49%

37%

Chain BF

TIA
0Td

LR

YH

® 9111

e <21lid

0TTI

807d
® LOTA

® S0TI
® ©0IL

T0TY
0073
664

163

T64

68L

L84

4989
81

®

[
©
>

6.4
8.1
LY
9.4

TLS
T
0L4

O

R LDWIDE
PROTEIN DATA BANK

W



AV'7S

wwPDB X-ray Structure Validation Summary Report

Page 40

9L14

® €l1a

89711

991D

c91a

63TV

9GTL

€9TI

1811
08T1H

508 ribosomal protein L6

8YTA

9%1a
SYTA

(47429

0TI

e Molecule 28

[ ]
8€Td
LETA
9€TI
GETI

2%

19%

46%

33%

Chain BG

99L
S99
wov
€90
(4224

10
<
=

j474:!

(42

oA
6EY

12h

vIA

T1d
OTA

oV

€A

L11d
91711

€11a
CTTTA

60TS

9071
S0TS
Y011
€0TN
[409)
TOTA

3

96V
967

€65

069

G831

€8L
284

Ll

508 ribosomal protein L6

083

8LA

9.1

PLH
€LS

0LT

9LTH

9914

€9TX
29Ty

69T
99T
S9Td
ba1d
€9Td

1STY

IV
EYTA

191D
0%TI

8ETD
LETH

vETD
EETH

e Molecule 28

TETA

L9V LTTh
991 L oL
1 ® STid
- e
_— 5
n
°
o o
< e o
. g
° L
°
°
o 184
e 0SL 9LTH
| oev1 GLTy
wLTH
°
o WvH
v e 89TA
2 o
¥ ° ° <
6EV ° °
° °
° °
o 660 o
863 °
16 o))
I
®
8z o w6u R
L L
X EE
sz1 bar
Lo 069 &
€21 | oesn —
zen e 881 T
o o 18D = %
= ° % .
N 5 . o) %
» o) 0
° =
g1a ° =
N
mil .z :
® 6LL LO
T1d ..
o1A YL x
o 6 9.1 N
5o o e & < H
o L =
- RO
;- <
or— 0 . —
< M <
= |oow =
@) ° [ (@)

291
oA

LSY

€93

TSY

o
+ 10 ®© o
< o & &
Ho® m o<

[
d‘
B4

TP

0€1
624

Lz
oy
ST
44

I\
o
£

148
ogN
6TA

0000000000000000000000000
o
LS
[

4]

LT1T1

TITV

LOTD

® <TOTv

00TV

o)
)
-

LN
@
e
a

Sy
[
-

o
[
A

183

©
Q
a

o
~
-

@
©
<

© ~
© ©
=<

50S ribosomal protein L9

e Molecule 29

46%

16%

46%

35%

Chain DH

291

68V
89T

4

791
€93

TS

677

Lvd
ovd
SvE
421

- oo
< & o
IIII e

R LDWIDE

8€d
LEA
9EY
SEN

€gb
zed
TEA

*
N
©

b
N
=

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4VT8S

Page 41

® €TIH
® TTI1

® 0T1H

® LITT

e 911
® STIA

® €118

TTTV

6013

)

[
® SOTV

1010
00TV

(.
©
o
31

o @
> O
v H

[V © [
0 © 0 ©
Mo =] B3

=)
©
=]

8LA
LLL

SL1

TLY

vov
e9y

1542

Le1d
9€1S

STTL
Il

L11

11

50S ribosomal protei

e Molecule 30

16%

53%

58%

30%

Chain BI

® 09A

@ 8SI

® LSA

TYN
Thd
A}
6€Y1
8€D
Led
9gHd

€ETH
CTETY
TE€TL
0€TH

6213
8CTI

e Molecule 30

STTL
YCTIN
e€TTV

508 ribosomal protein L11

77%

9%

50%

40%

o 0000000000
10 @ ~
o= >

Chain DI

@® 6SL

@ LSA

® 94d

=) 0
< 51
< B

©Q
2!
=

€1V
TTA

-
-
=

o000

IIII‘” II
©
7

00
©~ oo
~~ NS~
<> a4

508 ribosomal protein 1.13

e Molecule 31

14%

© © O mm
] 0 10
= = <

51%

)
&
]

32%

Chain BJ

8931
LON
99D

(47

™
10
>

-
0
S

67a

9%d

6€1

© N~ =) — o < 10 ~ ©
[ ] 5] @ 0 M M M M
[ < [ - -]

Tl
€eH
(44

(24}

8TA
LTA

L

oy

iz
€L

SETH

CETH

OETH
6213

L21)
9TTV

YTTA

(499}
11455
0zTY
6114
8TTW
LITV

STTD

(435

0TTd

SOTA

0TI

664
863
L6d

S6d

163
063
684
88L
L8Y
98l

289

08H

[
~
©

LLH
9LH

ELA
TLY

0LL

[47439
T71d

6ETA

e Molecule 31

LETd

L13

n

50S ribosomal prote

25%

15%

48%

35%

Chain DJ

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4VT8S

Page 42

1
S9L
79

oA

68V
89N

10
10
=]

78D
0GL
6%a
8vA

9%d

@
-
<
x

=)
<
m

[
oS
™
3

~
™
~

SEY

Ted

o
™
B

[y
IS
-

LTY¥

€eH

(4

8TA

® LIA

(44
™

80TW

vOTY
€0TI
cota

00TA

VLR
E€LA

0LL
694
893

*

0711

[N
[ap)
D
—_—
=
[}
D
—_—
”WW
[

LETd

CETH

50S ribosomal protein L14

28%

52%

- o
M ®
el

20%

Chain BK

() 4
693

LSA

6CH

9zH

M & 10
a o
M= A

12D

(=)
N
=

19
1S

c1a
TV
OTA

LW
oL
st

II E
[5]

3

e Molecule 32

ZTIA
T21H

L11S
9111
STTI

ETTH
cT1d

607S

9073
S0TH
Y0TL
€0TA

0074

864
L6L

961

06N

88N
181
981
G8A

08a
6.4

9LA

LD

508 ribosomal protein .14

27%

47%

24%
26%

Chain DK

€94
(47
90

® 09V

10
=
©

693

LSGA

+

9%

=) > < 19
< S <
i 2] X om

8€I
Lea
9€D

vED
EEY
[498
T€Y

6CH
8¢S

3

44N

{449
120

6TA

—- o
-
=)

0 o
A=
IIIIiII-

TH

8111

9111
® ST1I
14958
€TTH
TT1d

e 0112
® 601S
807TYH

SOTH

201d
TOTD

L6L

v6d

263
T6S

981

505 ribosomal protein L15

® 08a

e Ll

0L¥
@ 697

e Molecule 33

993
SoL

20%

45%

33%

Chain BL

[
©
[z

o
©
%

09y

3

8GL

96d

€89

[ES
67D

(443

0%s

LED
9N
SEH

{40}
T€D

8CH

4
i

€T1

814

-

4%
€1
T1s

orwoa
Hw A<

[4:s

£v1a
[47439

8ETV

cETH

TETY

9TTH

STT1

T1CTL

611d

ETTV
TIT1

0TTA
60TH
80TV
L0Td

S0TI
7010

{405

00TI
66N

963
S61

26T

06A
68A

N~ ©
© ©
(L]

508 ribosomal protein 115

281

08§

e Molecule 33

8.4
LLI
9.3
SLY
PLL
€LI

694

27%

17%

45%

34%

Chain DL

® 89S

%94
€94
29d

094
654

[eea
L1871
9Gd

€21

4t
0ZH

814

A2

=
o
(=}

0TTA

86V

963
S6'1

<
©
B3

£8Y

8LY

€LI

0LY
®

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4VT8S

Page 43

® ¥via

o &v1d |
® Tyl
6ETD

9€TH
SETI

CETH

e Molecule 34: 50S ribosomal protein 1.16

16%

42%

40%

Chain BM:

€8N

0gY
544
8%y
LYE
9vI
sy
g

[42%

0%y

8EY

1ed

CETL

014

8TIL

9ZTI

0TIV
67111

L114

CT11

601d
80TA

901d

e Molecule 34: 50S ribosomal protein L16

v013

2oT1
T0TA

12%

53%

35%

21%

Chain DM:

LOA
994

2L
€91

T9D

z
1

849
LSGA

[

[}

5
II< -II

L9
e 971
e 9@
4kt

ThL

ovY

SEY
veR
€€1

CTETL
TETA
0ETd

8TTL

STTd

11434
0ZTV

L1T4

S11d
71TY

CIT1
e T111H

80TA
LOTD

SOTW
vota

CoT1

T0TA
00TH

L6b

w6V

(4
161

681

18D

w8

b

6.LY

©
~
]

9LY

YLL

TLY

9ETH
GETA
PETL
€ETH

e Molecule 35: 50S ribosomal protein L17

16%

48%

34%

Chain BN:

2%

o

6€d

LEL

™

9TTA

¥11E
€111

OTTH

LOTN
901a

£0TYH

86T

964

6L
€69

064

88Y

98d
89D

T8N

e Molecule 35: 508 ribosomal protein 117

6.1

LLY
9LA

16%

52%

32%

<+ ©
- —
©n £

30%

Chain DN:

o
—
"

0 © I~
X v o

)
£

e Molecule 36: 50S ribosomal protein .18

9LA

194

991
ou

16%

52%

33%

Chain BO:

D E

R L DWI

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4VT8S

Page 44

69Q

YEH
€Y

TEL
0gYd

8TA

vl

3

e Molecule 36: 50S ribosomal protein L18

[44)

610

L11

STY

12314
0Ty
64

PAS
oy

2.

ca

LTT4

01TV
60TV

3

SOTV

[4axs
TO0TD

860

969

€6a

c6d

883

983
v8d

[4:3 4
184

6.LY
8LA

9LY
SLD
TLA
eLY

oLy

R
[}
R
[Ye)
['e}

N
SN
0
(<]
]
o=
<
=
@)

e T¥V
e 0¥%I

® L114

%110
® ETITV
(4%,
1118
OTTV

801d

9071

20TH

00TH
664
860
164
969

w6y
£6a
264

680
88Y%

T84

e Molecule 37: 50S ribosomal protein 1.19

6.V

5%

24%

40%

31%

%o

Chain BP: ©

[
=

© o o o
© © K~ ~
B> m =

L93

€91

63L

L8y
98§

L |

oA

6€T

SES

CEA
1€A

-
I
a

)
—
[

L1d

a1a
41
ey
(417
11

6b
83

€111
(431
1118

80TH

90TV

20Ty
T01d

e Molecule 37: 50S ribosomal protein L19

864
L6X

18%

61%

18%
20%

3

Chain DP:

(4228
To¥

691

LSY

GSH
91

[4:t:

8vY

6€T
8€Y
® L&Y

® vEd
€€d

o o o
™ ¢ W ©
N
QBB

I\
o
[

12d

)
=
[

L1d
9TA

® CW
e 11d

6l

06Y

e Molecule 38: 50S ribosomal protein L20

°/ o

Chain BQ: .

18%

40%

@
<
a

41%

TLN

89V
L9V
99V

91

T9I
09H

L84

it
€93

asl]

28

1423

3

e Molecule 38: 50S ribosomal protein L20

9111

4231

(42314
0113
L0TY
9071
S0Td
P01V

0074

o ©
) )
5 <

18%

51%

32%
31%

Chain DQ:

D E

R L DWI

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4VT8S

Page 45

® €SY

T8b
09y

8%a
L%Y

429

® T

0w

@® 8tA

S€d
® eV

® <cgd

62

9Ty

429

e 6Td

9711

6V
8I

(] (]
0 ©
© ©
=<

44
) v

9111

ETTH

® TTHM

8071

90TL

10Td

® 667
® 86V

964a
S6Y
e %61

[4

06a
681

S8Y

[V
0 X
=

28T

® 8l
LLY

SLK

®
oo
[ SN
= H®n

e Molecule 39: 508 ribosomal protein 1.21

°/ ol

Chain BR: T

18%

48%

33%

TLA

89Y

[ 4k
oV

631

YGA

o
re
a

~ o
<+ )
II:> IIII‘B II

Sva
%0

(4414

428

(448

-
o
I‘

81h

©
—
]

™
-
"

-
-
=4

o o
kel = ©

O O~ DO+ Nm
NN~ N @ © © ©O ©
) /mom o o

™

€01V
2018
TOTI
001D

L6Y%

6L
£64

160
064

88D
180

e Molecule 39: 50S ribosomal protein L21

17%

54%

~
by
=

55%

29%

Chain DR:

o000 00
(=2}
0
H

E7N

[
<
=

®
o
[
|

LI

e Molecule 40: 50S ribosomal protein L22

17%

40%

42%

%

Chain BS: ®

(8
691

L90@

29a
TON

6GH

LGN

[4sts
TS1

3

LYA
91

441
evy
(428

6EL

3

Q€I
vea

TeY

P
[
=

6CA

@
N
£

o
N
A

eV

(=
I
B

~
-
=

Ll

0
—
o

0
0
it

€18

S

[4cs

L

LOTA
90TA
SOTA

€0TI

1078

L6T

S64

™
[
<

L

e Molecule 40: 508 ribosomal protein 122

o
0
a

CTLL

13%

44%

50%

43%

Chain DS:

TON

693

GSI

0GA

LN J
o &+
< <
= <
(N N )

® I

80TS

90TA

Y01l
® €011
COTH
1018
00TL

e Molecule 41: 50S ribosomal protein 1.23

e %6a

68Y

G8I1

®
€831

08d
6.0

9LA

@ o ¢
© N~
| )

890

D E

O

R L DWI
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4VT8S

Page 46

4°/O

Chain BT: ™0

27%

42%

27%

€90

@ -
o} ©
= |

v9a

[4ctc
T84

8%l

Eidd

a2

(428

6EL

Lea

YEA

o
[a\]
—
i
o=
jeb}
=)
o
o
e =
160
f ﬂma
181 %
a8A <
°o
.r—
—
28y N
183 =)
o8 0O
6.a ..
—
r =
€Ly <
TLh =}
O
D
-~
=
9N [}

14%

59%

57%

24%

Chain DT:

79T

e s¢E

[4an
® TS

® LIS
(]

©
—
=

)
-
<

(X )
o
—
=

160

e Molecule 42: 50S ribosomal protein L24

3%
Chain BU: ™

20%

40%

51%

37%

ELN
cLd

17%

Lvd

COTI

00T1d

64%

< 10 © ~ @
[l NN o)
[N~ 7]

-
)
=

L1Q
[om

29%

©
I
21

(2] 0

0 O N~ oo, - A
EN~NKNK®Q O
SO M<Ae >

e Molecule 42: 508 ribosomal protein .24

Chain DU:

09

® E£¥Y¥
® T¥i
e TvA
ol op1 ]
6EN
@ 8€I
o 89 |
@ 9¢gd
o sen
® VeI
€EA
[4'8

LgA

00000
©
(2]
=

114}

(]
o
(=]

o000 0
™
H

ELN

TLI

89N

e Molecule 43: 50S ribosomal protein L25

£9Y
(422}
193

16%

41%

43%

Chain BV:

[a ]
BB

[
~
~

LLA
9.a
SL0

TLA

0.1

891

o
©
-IIE‘.-IIIIII

feieic

(44

67N

8YI

i)

YPH

0%I
6EY
8€1

+

0€I
621

L2d

S

14

4

A%

[
=

©
<

08H

e Molecule 43: 50S ribosomal protein L25

O

R LDWIDE
PROTEIN DATA BANK

W



4VT8S
12%

49%

wwPDB X-ray Structure Validation Summary Report

39%

33%

Page 47
Chain DV:

[ | S9% 894 S9L e T9M
q9A %99 o L9 | owea 093
e oA £9a €91 630
€91 l ° 299 8sI
zol * . .
. . £ e 151
CoT9T N 09V ° 093 9gY
e 094 694 e 09V x  [esan © -
® 693 e 68d © 861 S e %9
| sss o 831 231 - £ax
93H e .Sl 954 [4)]
95a ® 9sH SGH 158
@ ® €3 [23]
° e 2w 168
o e 19 | osn o %A
g ® 08A 6% S
o]
™ 8bY 8% e PhY

L¥L

il

Shd o¥va

Az a4 6EA

o
. I
B
o
(]
)
<&
[ X ) [ )
58%
©
&
I g
: f
[32]
=

ThL ev va Led

o 2l 155 2 9gu
° ° | oovE 3 | eeH
. 6gA €S
S e e | eeH
® e | lea e el
o D~ = o0 9eY 0 CoTen
o SEI o o o o ® 0&d
° — . — o — — o 621
zed ° en 8za
e o) H i= . g ze1 i=
0£1 ° w % €T m m ooTen w
621 T6A o 2 | osn o e 181 o ogd o
o 8oV o 7164 = 628 o = |61 o Tl
Lzd | osa e el SR o & 824 a | osev
9zd e 681 — — & P — | L — ze
g © < ° 129 © ozy < o 121
.l s S g = g s g ozy
ollsg o o S) S) 2L o e 61
12Y agy % % ) 2t X | sev 0 o
| oz1 78d zTh z8d N e < zeN e
° o} £ & o} N e} °
674 €83 — LT l ] o PEeEn o & | = e °
81y 28k — 0z1 — ° €8y — 67H N R TN
LS fsgan o l 6L1 wn Pegal w2 n VPR e W
9Ty 08H ] M o e 614 181 ] o ® €Il
a1o 6.4 Lo - L1¥ 10 [ e | [loss| @ 77 S A7
vTY - R .. LTV 6.1 .. 11d oLy .. 11d
| L0 A = ° ey Coom [lem 1O e oM
64 9.a ~ . - .. ° ~ 63 L9 = 63
QI sub < W €74 £Ld < W e ¥ < vA | 8y £L4 < VA . 8y
° o W = AT () = eTu ° = Ll = i
e ov €43 o m TN l g A 1 ° g m on = ) on
o an zLA o1y o1y ° ab 0LT
= s .nma Ll 693 s .m e e o .m %0 698 s .m
e €L ° 8s 894 e ss ° €A 89y €A
e = 3 won & = conT & 5 s & S
° ° o 994 ° O e o 698 ° ®) 1S 991 ° O e 15

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

e Molecule 46: 50S ribosomal protein 1.29



Page 48 wwPDB X-ray Structure Validation Summary Report

AV'7S

3%

. -
Chain BY: 41% 33% 21% 5%

o [ ]

- = o = - ® 0 (=3 o 3]
P=l3) fe} N © = = o <+ < < 0 © ©
= [ o | ©n (5] | = | o = = <

e Molecule 46: 50S ribosomal protein 1.29

29%

0 O~ o m pal
S| ™ 9 0 ©
[= < = <

. = E—
Chain DY: 33% 56% 1%

(] (] [ ] (] [ ] (] e 060 o000 [ ] [ ] (]
- EOOOdNMMOBONE®®O N m 0O N M EO®O - NMEEON OO
© (2] hal oo ao o N o o m m o [PPSR <+ & & 100w 00w Ww W o
] & > HAad=E ddelom=ds = o< conmaax EEAa><da> Jdd=EHX<

e Molecule 47: 50S ribosomal protein L30

. S
Chain BZ: 43% 40% 14% .
.s = 2.2 R El'ﬁlﬁ-lﬁ §I§H§ o EIE'E'EI@ =8
e Molecule 47: 50S ribosomal protein L30

14%

. s
Chain DZ: 36% 48% 4%
[ ] ] [ ) [ ) ® @ [ ] [ ]
(RO T RER N T T O K
e Molecule 48: 50S ribosomal protein L32

. L]
Chain BO: 41% 43% 16%

R15
H40
H41
Y48
K52
V53

- Al o I~ D e, H © 0
— ™ & 10 © = = o [ N ® o ] ®
< co= 2] & = | v 4 = (23] N A

e Molecule 48: 50S ribosomal protein L32

34%
. Iy
Chain DO: 30% 48% 21%
[ ]

o o o oo () 00 LN )
o 0 =3 ~ o =y
H OO0 ON~ 00 = = (5] 3] @ 0
S >0 oc=xa b o« P4 < | ax e

e Molecule 49: 50S ribosomal protein L33

0 N~ o
5y <+ 0
a > ]

© o o ® ~
Mo < <+
H e m 2 >

K11
M14
517
H18
528
K36
H37
R51
K52

6%

. - L e |
Chain B1: 36% 5% 10% -
[ ] [ ] [ ]

o, ©0 (2] O - N M © o - W N MmO N~ o O N
© ~ ES (2] [ 3] = Ll SN 2 -] [ [SSrS ] R > - MO S

e Molecule 49: 50S ribosomal protein L33



Page 49 wwPDB X-ray Structure Validation Summary Report

AV'7S

42%

. Iy — —
Chain D1: 36% 5% 12%

(] ® 00 o0 o e 000000 ° [ ] e o oo

© o 0 DO DN A NMHIOON DD H N

A ) = IR ES rs] MMM MOMOS S $ S ST SO0 O
S M E XX 3 B = B MU XEAQR>>@om>H>XMax

e Molecule 50: 50S ribosomal protein .34

. I
Chain B2: 30% 54% 15%

© mm Nl =) — ™ © N~ o )
o < 10 © N~ 0o bl o I ™ ® M m o <
= [ = N7 = = =4 < < X 2

e Molecule 50: 50S ribosomal protein L34

24%

L10
H16
F18
R19
T24
K25
N26
G27
R39

Chain D2: 46% 48% 7%

2
®
~

H16
F18
R19
R34
R35
A40
L42
T43
545
K46

LN )

o O = m © o o™
00 N0 o H ISR S| 5] © | ™
SRR W7 = - < = A=

e Molecule 51: 50S ribosomal protein L35

. T
Chain B3: 45% 4% 1% .

o < < © © I 4 OEEOoEE® ¢ 10 © o ©
- ) = Il 5] 3] @« M M <+ & S e} )
a. < 5 i < | A = 4 B4 Hoe X ©v |

e Molecule 51: 50S ribosomal protein L35

R1

F21
A47
K51
D53
L54
158
L61
Y63
A64

47%
. e — —————
Chain D3: 30% 52% 16% .
[ ] [ ] [ ] (N ] o0 00000 [ X J [ X ] [ ] 000 00000
0 0 w0 O o W0 O -H N M OO o AN M 00 ~ o

°
o
©
o

e Molecule 52: 50S ribosomal protein L36
3%
Chain B4: - 42% 42% BT

(]
o 10 N M $ 0O~ ©
= © « - - m mm [} ™
= [0 e~ | X MoK oS oS

e Molecule 52: 50S ribosomal protein L36

A64

123
R24
V25
126
c27
E30

68%
. I
Chain D4: 42% 39% 18%
00000 0000 00000000 000000
o+ W0 <+ O N

WO RLDWIDE

er

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4VT8S

Page 50

: 16S rRNA

e Molecule 53

2%

Chain CA: &

24%

51%

24%

4

™
o)
IIIIIIIIIIIIIIIlD IIII

€1

PETD

9TTH

L11D

STTD

€TTD
(435

80T
LOTD
901D
S0TH
%01D
€010

10TV
001D
660

16D

8N

w0 0 O
NSNS
o= <o

<
~
B

SLTD

eL10
TLTV
TLTY
0L10

891D
LOTY

S9TH

4334
19TV
0810
6%TV
81D

TPID

(4745

[0)7441)

SETD

T9cn
092D

8GTH
LSTH
992N

elctdh]

LTEY
oTED
STey

TTED

0ZeY

88TV
.820

820
820
£820

13:147)

8.LTH

9.TH

0LTY
6920

S92H
%920
€92V

08€D
6.L€0

3

sien

TLEY

89€N

0G€D

i4244
£ven

oven
6€€D

LEED
9EEY
SEED
YEED

999D

8YvV

SY¥D
i4%474)
£%%0
444
13444

6E7N

LEWN
9E%D

vevn
€YD
(4574

LTw0
9TwN
STHH

{4470

0Z%0

8T%0

9T%D

0T%d
60%0
80%V
L0%0

3

S6€0

L1GD

S19D
7190

TSV

667V

S6%V
v6%D

T°6%D
169D

88%D
L8%Y
98%0

£8%D
(45541

6.%0

LL%D

Y.YD
.70

L9%0

£9%0
(45745

o
©
<+
=

890
849D
089D
6.LSY

LLSD

€L9Y
TLSY

049D

T98n
09SY

899D
L899
989D
feiefelng

€49V
[4ciein

089D
6%30
8%9D

il
S%SD
a0l
€%an
275D

0%9D

8€9D
LESD

veSN

625D
825D

928D
GTSD

€28y

T99n

059D
679V
8voV
L%90

S%9D
v¥oN

Ton
0%9Y

8€9N
L€9D
99N

£€9D
zeon
T€9D

STLD
YTLD

969V

Y69V
€699
2690
T69D
0699

799D
€99V

6990
84990

S99V

£6.40

T6.LD
06.LY

L8LY

S8.LD

T8LY

08.LY

LLLY

SLLD

TLLD
0LLD
694D

3

¥9.L0

29.0

09.LD
6G.LY

L8.0
9G.L0

TSin
0S40
67.LY

€00TD

8660

w66V
£669D

1860
0860

169

9969

6396V
@ 886V

F

[ | ® 969
1180 2880 £969
[ | 1889 za60
8080 0889 1669
L08Y 6.80 QI
8.8V
i
L1569
1080 580
[ | .89
16D ey
9610 TL8Y TH6D

| g6L) 180 1969

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4VT8S

Page 51

15010

8701D

STOTN

0Z0T1H

810TH
L1070
9107V
ST0TH
¥T01Y
€101H
2101V
TT0TD
07070
60070
80070

S00TY

EETTH

62110

LTTTD
9Z110

€TI0

61110
81110

Y1110

L

80TTH

90TTD
SOTTY

€0TTD

660TD
86010
L6010
96010

€601V

T6010
06070
680TD

L80TH

S8070
801D

¢80TV
T80TV
080TV
6.01D
8.010
LL0TD
9,010

vL0TD
€L070

TLOTD
0L070
69010

S6TTD

€6TTD
C6TTD

98T1H
S8T1H

28T11H

0811V
6LTTV
8LTTD
LLTTD

SLTTD

€LTIN
CTLITD
TLTTY
0LTTY

89110

LOTTY

SSTTV
%9710
€STTH

0STTY
6%110

YHT1D

SETIN
YETTD

® LSTTV

it ]
Y8TTIV

[4:1414)

6%210
8YCTV

ovCTV
SYCTO

£€2TTO

12219
0ZTTH
61TV
81210

11210

® 60210

L0TTH
90TTH

€0TTD

002710
66110

8TETD
LTETD
9TETN

6TIETY
8IETY

STETN
® YIETD

@ <CIETD

TIETV
@ 011D
L[]

80€TN

i

68CTV

821D
£82T0

9.T1H

i2k4aa )
€LTTO
TLTTD
TLTTY
@ 04210

69TV

89TTH

8GETN
LGETY

0SETY

LYETH

YPETD
EYETH
CYETD

0vETY
6EETY

LEETD
9EETD

YEETD
EEETY

6ZETY

881D
LSPTD

0S%10

£¥¥10
[444%)
IV
[0} 47211
6EVTD
8EVTH

9EYIN
SEVTD
YEVTY
EEVTV
[434%)
TEVTY
0EPTY
67TV

vevin
4445
[442%)

LI7TD
9T%TD
STP1D
7ivIn
EIPTV

11910

60710
80%TV
LO%TD
90%10

Y0%TD
€0%10
[ A
10919
00%70

86ETV

96ETV
S6ETO
Y6ETY

STSTH
¥CSTD
€2S8TH

12STD

6TGTV

88%TH
L8%TD
98%1H
S8%10
¥8%1D

871D
8710
0871V

8L%10
LLPT0
mhmﬂ<
(A2
L9710
8971V
hw“ﬂu
7ovINn
£9%10

09%TD

I
e Molecule 54

€ESTD

i

62STH
8TSTN

928TH

30S ribosomal protein S7

16%

54%

44%

29%

Chain CG

<
~

[
©
=

794

693
89T

671
8¥%L

8cI
LgN

GTd
44!

(4
12T

61S
819
L14

™ &
=
[-Sy=)

© o
o

o
~

¥T18

1IN
0ZTV

8TTH
LTT1
91TV
STTH
¥118

TT1D
0TTYH
60TY
80TYH
LOTV

S0TE

€0TI
® COTH
T0T¥

66V
861

64

Téd
64
06A

9.8

VLA

TLA
TLL
0Ld

L

o ™ ©
<+ < <+
- -
== <

0vTA

o
b
[p]
]
'z
)
Qo
—
(o
—
=
Q
wn
Q
0
lesan -
[p]
]
[ap]

e Molecule 55

1%

58%

52%

30%

Chain CM

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4VT8S

Page 52

® 19X

4729

LTl

ST

€2
® Ttk
121

®
6TL
811
L1Y
911
STA

000000OCOGS
10
o
o

30S ribosomal protein S16

e Molecule 56

14%

56%

29%

15%

Chain CP

© N~ WO O < 0 » o
mmmonF F < § & 10
B0 mm s ©n [

T9A

6SH

LSI

[4:p¢
TSy

[
@
iy

Ted

TLA
0L¥

: 5S rRNA

e Molecule 57

21%

56%

22%

Chain DB:

61D

110

80
LD
99
sn

€0

L11D
911D
STTV
710
€110
(435

80TV
LOTD

cotTd
10TV
00T

86D
16D

w6V
£60

160

680

98D
S8
8D
€8
z8n
18D

50S ribosomal prote

6LD

99y

in L5

e Molecule 58

58%

22%

49%

26%

Chain DF

098
691
88y
LSY
991

0 ©
& &
ax

<+
<+
<

©
@
S

0
!
= |

000000000 o000
<+ )
™ ]
] =

™
™
e

[
© o o
NS
aom =

® LtA

e}
N
=

[
© 0O o <+
= =N N
[y =

® 9
® ST1
A

10 © O - N M
© © © ENKN~S
A H MmN On>«a

e TIA
e 013

228
sa
;!
€1
®

s,
b=

TCTd

LN
oo
—
p
X0

807d

LOTA

e §07I
L)

€071
2071

TOoTY

©
~
[

[
o
©
(=]

@® 8LIY

L ZA %S
€L1a

LSTL

® SST1I

® €911

e 9%1a

® <TE1d

® TIEIA

® 6TIH
® 8TIS

9TIN
STTH

€TTH

O

R LDWIDE
PROTEIN DATA BANK

W



Page 53

wwPDB X-ray Structure Validation Summary Report

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 210.76A  433.27TA  618.86A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 85.22 — 3.25 Depositor
Resolution (4) 8513 — 3.25 EDS
% Data completeness 85.8 (85.22-3.25) Depositor
(in resolution range) 85.6 (85.13-3.25) EDS
Rinerge 0.08 Depositor
Raym (Not available) Depositor
<IJo(l)>" 2.27 (at 3.26A) Xtriage
Refinement program PHENIX (phenix.refine: 1.6.1 357) | Depositor
R R 0.193 , 0.245 Depositor
» Phfree 0.227 , 0.270 DCC
Rfree test set 16150 reflections (2.19%) DCC
Wilson B-factor (A?) 60.4 Xtriage
Anisotropy 0.387 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.23, 73.3 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L] > =046, < L? > = 0.29 Xtriage
Outliers 1 of 801754 reflections (0.000%) Xtriage
F,,F. correlation 0.91 EDS
Total number of atoms 284525 wwPDB-VP
Average B, all atoms (A?) 104.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.50% of the height of the origin peak. No significant pseudotranslation is detected.

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

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: ZN,

TEL, MG

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

angles).
. Bond lengths Bond angles
Mol | Chain | p\ (g7 #éy >5 RMSZ #\% >5
1 | AA | 045 | 2/36834 (0.0%) | 0.87 | 33/57462 (0.1%)
2 AB | 034 | 1/1736 (0.1%) | 0.52 1/2338 (0.0%)
2 | CB | 030 | 1/1736 (0.1%) | 058 | 4/2338 (0.2%)
3 AC 0.28 0/1652 0.50 0/2225
3 CC 0.25 0/1652 0.44 0/2225
4 AD 0.32 0/1665 0.53 0/2227
4 CD 0.39 0/1665 0.61 0/2227
5 AE | 045 | 1/1119 (0.1%) | 0.66 2/1504 (0.1%)
3 CE 0.36 0/1119 0.58 0/1504
6 AF 0.31 0/836 0.49 0/1128
6 CF 0.30 0/836 0.50 0/1128
7 AG 0.25 0/1196 0.45 0/1602
8 AH 0.33 0/989 0.55 0/1326
8 CH 0.30 0/989 0.52 0/1326
9 Al 0.26 0/1034 0.48 0/1375
9 CI 0.23 0/1034 0.43 0/1375
10 Al 0.28 0/797 0.48 0/1077
10 CJ 0.24 0/797 0.47 0/1077
11 AK 0.30 0/893 0.53 0/1205
11 CK 0.28 0/893 0.52 0/1205
12 | AL | 0.38 0,969 0.69 1/1300 (0.1%)
12 CL 0.36 0/969 0.58 0/1300
13 AM 0.25 0/893 0.47 0/1193
14 AN 0.28 0/785 0.50 0/1043
14 CN 0.23 0/780 0.39 0/1036
15 AO 0.29 0/722 0.48 0/964
15 | CO | 0.39 1/722 (0.1%) 0.48 0,964
16 AP 0.31 0/659 0.51 0/884
17 AQ 0.40 0/658 0.62 0/881
17 CQ 0.34 0/658 0.52 0/881
18 AR 0.31 0/463 0.50 0/621
18 CR 0.31 0/463 0.47 0/621
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. Bond lengths Bond angles

Mol | Chain | o7 #1Z| >5 RMSZ #|Z| >5
19 AS 0.25 0/653 0.45 0/877

19 CS 0.21 0/653 0.42 0/877

20 AT 0.37 0/671 0.56 0/888

20 CT 0.28 0/671 0.50 0/888

21 AU 0.29 0/431 0.46 0/570

21 CU 0.34 0/431 0.59 0/570

22 BA 0.77 9/68626 (0.0%) 1.12 | 282/107056 (0.3%)
22 DA 0.39 1/68314 (0.0%) 0.86 | 83/106569 (0.1%)
23 BB 0.68 0/2828 1.04 4/4410 (0.1%)
24 BC 0.48 0/2122 0.73 1,/2852 (0.0%)
24 DC 0.31 0/2122 0.54 0/2852

25 BD 0.55 0/1586 0.78 1/2134 (0.0%)
25 DD 0.31 0/1586 0.58 0/2134

26 BE 0.45 0/1571 0.68 1/2113 (0.0%)
26 DE 0.26 0/1571 0.48 0/2113

27 BF 0.34 0/1435 0.53 0/1926

28 BG 0.39 0/1343 0.62 0/1816

28 DG 0.24 0/1343 0.47 0/1816

29 BH 0.33 0/1122 0.52 0/1515

29 DH 0.38 1/1122 (0.1%) 0.52 0/1515

30 BI 0.23 0/1046 0.47 0/1410

30 DI 0.21 0/1046 0.42 0/1410

31 BJ 0.58 0/1152 0.84 1/1551 (0.1%)
31 DJ 0.29 0/1152 0.57 1/1551 (0.1%)
32 BK 0.55 0/948 0.80 0/1268

32 DK 0.35 0/948 0.57 0/1268

33 BL 0.46 0/1054 0.79 1/1403 (0.1%)
33 DL 0.27 0/1054 0.53 0/1403

34 BM 0.54 0/1093 0.73 0/1460

34 DM 0.30 0/1093 0.50 0/1460

35 BN 0.51 0/974 0.75 0/1301

35 DN 0.28 0/974 0.51 0/1301

36 BO 0.43 0/902 0.66 0/1209

36 DO 0.24 0/902 0.43 0/1209

37 BP 0.51 0/929 0.74 0/1242

37 DP 0.32 0/929 0.50 0/1242

38 BQ 0.61 0/960 0.78 0/1278

38 DQ 0.29 0/960 0.47 0/1278

39 BR 0.63 1/829 (0.1%) 0.79 0/1107

39 DR 0.29 0/829 0.51 0/1107

40 BS 0.57 0/864 0.78 0/1156

40 DS 0.28 0/864 0.52 0/1156

41 BT 0.45 0/745 0.70 0/994




Page 56 wwPDB X-ray Structure Validation Summary Report 4VT8S

. Bond lengths Bond angles

Mol | Chain | o7 #1Z| >5 RMSZ #|Z| >5

41 DT 0.24 0/745 0.48 0/994

42 BU 0.43 0/788 0.70 0/1051

42 DU 0.24 0/788 0.46 0/1051

43 BV 0.44 0/766 0.61 0/1025

43 DV 0.25 0/766 0.43 0/1025

44 BW 0.61 0/603 0.89 0/797

44 DW 0.29 0/603 0.51 0/797

45 BX 0.41 0/635 0.70 0/848

45 DX 0.29 0/635 0.56 0/848

46 BY 0.37 0/510 0.64 0/677

46 DY 0.23 0/510 0.44 0/677

47 BZ 0.52 0/453 0.83 0/605

47 DZ 0.28 0/453 0.51 0/605

48 BO 0.48 0/450 0.73 0/599

48 DO 0.29 0/450 0.50 0/599

49 B1 0.38 0/417 0.62 0/554

49 D1 0.27 0/417 0.46 0/554

50 B2 0.53 0/380 0.78 0/498

50 D2 0.27 0/380 0.49 0/498

o1 B3 0.49 0/513 0.70 0/676

51 D3 0.29 0/513 0.53 0/676

52 B4 0.53 0/303 0.70 0/397

52 D4 0.45 0/303 0.50 0/397

53 CA 0.41 2/36762 (0.0%) 0.83 32/57350 (0.1%)

o4 CG 0.23 0/1188 0.44 0/1591

55 CM 0.20 0/885 0.40 0/1181

56 CP 0.29 0/649 0.53 0/870

57 DB 0.36 1/2803 (0.0%) 0.81 2/4371 (0.0%)

58 DF 0.23 0/1444 0.53 3/1937 (0.2%)

All All 0.51 | 21/306773 (0.0%) | 0.86 | 453/458565 (0.1%)

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
25 BD 0 1
35 BN 0 1
51 B3 0 1
All All 0 3

The worst 5 of 21 bond length outliers are listed below:

O RLDWIDE
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
22 BA | 2092 U 03-P | -13.97 1.44 1.61
22 DA | 2197 U 03-P | -13.44 1.45 1.61
53 CA | 1396 A 03-P | -13.34 1.45 1.61
22 BA 1142 A N9-C4 | -9.96 1.31 1.37
57 DB 107 G 03-P | -9.89 1.49 1.61

The worst 5 of 453 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(®)
22 BA 783 A C5-N7-C8 | -11.37 98.22 103.90
22 BA 974 G C5-N7-C8 | -11.01 98.79 104.30
22 BA 974 G C4-C5-N7 | 10.99 115.20 110.80
2 CB 146 | SER O-C-N | -10.79 105.44 122.70
22 BA | 2499 C N1-C2-02 | -10.28 112.73 118.90

There are no chirality outliers.

All (3) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
51 B3 29 | ARG | Peptide
25 BD 9 VAL | Peptide
35 BN 101 | GLY | 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 AA 32895 0 16553 1232 1
2 AB 1705 0 1732 183 0
2 CB 1705 0 1732 151 0
3 AC 1625 0 1699 109 0
3 cC 1625 0 1699 128 0
4 AD 1643 0 1710 145 0
4 CD 1643 0 1710 157 0
) AE 1106 0 1148 148 0
> CE 1106 0 1148 101 0
6 AF 818 0 808 87 0
6 CF 818 0 808 67 0

Continued on next page...
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AV'7S

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
7 AG 1182 0 1240 86 0
8 AH 979 0 1034 99 0
8 CH 979 0 1034 92 0
9 Al 1022 0 1070 84 0
9 CI 1022 0 1070 107 0
10 Al 787 0 828 78 0
10 CJ 787 0 828 91 0
11 AK 877 0 887 91 0
11 CK 877 0 887 71 0
12 AL 955 0 1019 90 0
12 CL 955 0 1019 100 0
13 AM 884 0 944 73 0
14 AN 774 0 827 69 0
14 CN 769 0 822 7 0
15 AO 714 0 737 46 0
15 CO 714 0 737 52 0
16 AP 649 0 666 50 0
17 AQ 649 0 691 71 0
17 CQ 649 0 691 66 0
18 AR 456 0 478 30 0
18 CR 456 0 478 39 0
19 AS 638 0 665 59 0
19 CS 638 0 665 65 0
20 AT 665 0 714 81 0
20 CT 665 0 714 45 0
21 AU 426 0 449 80 0
21 CU 426 0 449 80 0
22 BA 61274 0 30819 1937 6
22 DA 60995 0 30679 3516 8
23 BB 2529 0 1281 73 0
24 BC 2083 0 2157 217 0
24 DC 2083 0 2157 215 0
25 BD 1565 0 1616 196 1
25 DD 1565 0 1616 189 0
26 BE 1552 0 1619 151 0
26 DE 1552 0 1619 180 0
27 BF 1411 0 1447 135 0
28 BG 1323 0 1374 146 0
28 DG 1323 0 1374 126 0
29 BH 1111 0 1148 102 0
29 DH 1111 0 1148 96 0
30 BI 1032 0 1088 112 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
30 DI 1032 0 1088 65 0
31 BJ 1129 0 1162 156 0
31 DJ 1129 0 1162 140 0
32 BK 939 0 1012 121 0
32 DK 939 0 1012 109 0
33 BL 1045 0 1117 130 1
33 DL 1045 0 1117 128 0
34 BM 1074 0 1157 90 0
34 DM 1074 0 1157 94 0
35 BN 961 0 1000 89 0
35 DN 961 0 1000 122 0
36 BO 892 0 923 74 0
36 DO 892 0 923 79 0
37 BP 917 0 965 141 0
37 DP 917 0 965 121 0
38 BQ 947 0 1022 127 0
38 DQ 947 0 1022 121 0
39 BR 816 0 839 116 0
39 DR 816 0 839 93 0
40 BS 857 0 922 74 0
40 DS 857 0 922 60 0
41 BT 739 0 807 112 0
41 DT 739 0 807 99 0
42 BU 780 0 834 24 0
42 DU 780 0 834 92 0
43 BV 753 0 780 66 0
43 DV 753 0 780 60 0
44 BW 096 0 610 204 0
44 DW 596 0 610 115 0
45 BX 625 0 655 o6 0
45 DX 625 0 655 75 0
46 BY 509 0 043 50 0
46 DY 209 0 043 63 0
47 BZ 449 0 491 33 0
47 DZ 449 0 491 40 1
48 BO 444 0 461 30 0
48 DO 444 0 461 27 0
49 B1 410 0 440 33 0
49 D1 410 0 440 36 0
50 B2 377 0 418 35 0
20 D2 377 0 418 42 0
o1 B3 504 0 574 47 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
51 D3 004 0 074 o7 0
52 B4 302 0 340 30 0
02 D4 302 0 342 27 0
53 CA 32831 0 16521 1619 0
o4 CG 1175 0 1230 131 0
35 CM 877 0 937 91 0
26 CP 639 0 656 61 0
57 DB 2507 0 1270 159 0
o8 DF 1420 0 1460 184 0
59 AA 43 0 0 0 0
29 BA 134 0 0 0 0
29 BB 4 0 0 0 0
29 CA 41 0 0 0 0
29 CE 1 0 0 0 0
29 DA 133 0 0 0 0
29 DB 1 0 0 0 0
59 DC 2 0 0 0 0
29 DJ 1 0 0 0 0
60 BA o8 0 64 8 0
61 B4 1 0 0 0 0
61 D4 1 0 0 0 0
62 AA 198 0 0 5 0
62 AL 1 0 0 0 0
62 AN 6 0 0 1 0
62 AT 2 0 0 0 0
62 AU 1 0 0 0 0
62 B2 1 0 0 0 0
62 B3 3 0 0 0 0
62 B4 1 0 0 0 0
62 BA 598 0 0 29 0
62 BB 20 0 0 1 0
62 BC 10 0 0 0 0
62 BD 2 0 0 0 0
62 BE 1 0 0 0 0
62 BL 2 0 0 1 0
62 BN 3 0 0 1 0
62 BQ 1 0 0 0 0
62 BR 1 0 0 0 0
62 BT 1 0 0 1 0
62 CA 192 0 0 6 0
62 CE 5 0 0 1 0
62 CI 1 0 0 0 0

Continued on next page...
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AV'7S

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
62 CL 1 0 0 0 0
62 CN 3 0 0 0 0
62 CT 3 0 0 0 0
62 CU 2 0 0 0 0
62 D2 1 0 0 1 0
62 D3 1 0 0 0 0
62 D4 3 0 0 0 0
62 DA 595 0 0 28 0
62 DB 4 0 0 0 0
62 DC 13 0 0 1 0
62 DD 3 0 0 1 0
62 DE 3 0 0 0 0
62 DJ 6 0 0 0 0
62 DL 6 0 0 1 0
62 DN 2 0 0 0 0
62 DT 3 0 0 0 0
62 DU 2 0 0 0 0
62 DV 1 0 0 0 0
All All 284525 0 190904 16341 9

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 35.

The worst 5 of 16341 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)
53:CA:1157:A:H4’ | 53:CA:1158:C:05’ 1.38 1.20
22:DA:1808:A:H3” | 22:DA:1809:A:HS8 1.05 1.20
53:CA:120:A:C3’ 53:CA:121:U:H5” 1.73 1.19
22:DA:2091:C:0P2 | 22:DA:2092:U:H3’ 1.39 1.18
22:BA:900:A:C2’ 22:BA:901:C:H5’ 1.74 1.17

The worst 5 of 9 symmetry-related close contacts are listed below. The label for Atom-2 includes
the symmetry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
22:BA:138:U:04 22:DA:305:C:0P1[3_545] 1.58 0.62
22:BA:138:U:04 22:DA:305:C:P[3_545] 1.90 0.30
1:AA:416:G:0OP1 22:DA:2139:U:04’[4_455] 1.91 0.29
25:BD:181:ASP:OD1 | 22:DA:2903:U:04[2_454] 1.97 0.23

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK



Page 62 wwPDB X-ray Structure Validation Summary Report 4VT8S

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
22:BA:138:U:C4 22:DA:304:U:03’[3_545] 1.98 0.22

5.3 Torsion angles (i)

5.3.1 Protein backbone (1)

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
2 AB 216/218 (99%) 132 (61%) 52 (24%) 2 (15%) |
2 CB 216/218 (99%) 155 (72%) 46 (21%) 15 (7%)

3 AC 204/206 (99%) 156 (76%) 32 (16%) 16 (8%)
3 cC 204/206 (99%) 147 (72%) 37 (18%) 20 (10%)
4 AD 203/205 (99%) 138 (68%) 37 (18%) 28 (14%)
4 CD 203/205 (99%) 140 (69%) 43 (21%) 20 (10%)
5 AE 148/150 (99%) 105 (71%) 23 (16%) 20 (14%)
5 CE 148/150 (99%) 112 (76%) 21 (14%) 15 (10%)
6 AF 98/100 (98%) 73 (74%) 13 (13%) 12 (12%)
6 CF 98/100 (98%) 65 (66%) 24 (24%) 9 (9%)

7 AG 149/151 (99%) 111 (74%) 32 (22%) 6 (4%)

8 AH 127/129 (98%) 92 (72%) 28 (22%) 7 (6%)

8 CH 127/129 (98%) 94 (74%) 22 (17%) 11 (9%)
9 Al 125/127 (98%) 89 (71%) 26 (21%) 10 (8%)
9 CI 125/127 (98%) 89 (71%) 25 (20%) 11 (9%)
10 Al 96,/98 (98%) 70 (73%) 13 (14%) 13 (14%)
10 CJ 96/98 (98%) 55 (57%) 28 (29%) 13 (14%)
11 AK 115/117 (98%) 85 (74%) 20 (17%) 10 (9%)
11 CK 115/117 (98%) 89 (77%) 19 (16%) 7 (6%)

12 AL 121/123 (98%) 88 (73%) 22 (18%) 1 (9%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
12 CL 121/123 (98%) 86 (71%) 27 (22%) 8 (7%)
13 AM 112/114 (98%) 88 (79%) 13 (12%) 11 (10%)
14 AN 92/100 (92%) 60 (65%) 20 (22%) 12 (13%)
14 CN 91/100 (91%) 59 (65%) 27 (30%) 5 (6%)
15 AO 86,/88 (98%) 59 (69%) 23 (27%) 4 (5%)
15 CO 86,/88 (98%) 67 (78%) 16 (19%) 3 (4%)
16 AP 80/82 (98%) 58 (72%) 14 (18%) 8 (10%)
17 AQ 78/80 (98%) 51 (65%) 15 (19%) 12 (15%)
17 CQ 78/80 (98%) 62 (80%) 8 (10%) 8 (10%)
18 AR 53/55 (96%) 46 (87%) 5 (9%) 2 (4%)
18 CR 53/55 (96%) 42 (79%) 11 (21%) 0
19 AS 77/79 (98%) 58 (75%) 10 (13%) 9 (12%)
19 CS 77/79 (98%) 46 (60%) 24 (31%) 7 (9%)
20 AT 83/85 (98%) 58 (70%) 19 (23%) 6 (7%)
20 CT 83/85 (98%) 63 (76%) 12 (14%) 8 (10%)
21 AU 49/51 (96%) 25 (51%) 15 (31%) 9 (18%)
21 CU 49/51 (96%) 22 (45%) 8 (16%) 19 (39%)
24 BC 269/271 (99%) 203 (76%) 40 (15%) 26 (10%)
24 DC 269/271 (99%) 183 (68%) 54 (20%) 32 (12%)
25 BD 207/209 (99%) 148 (72%) 31 (15%) 28 (14%)
25 DD 207/209 (99%) 136 (66%) 40 (19%) 31 (15%)
26 BE 199/201 (99%) 149 (75%) 32 (16%) 18 (9%)
26 DE 199/201 (99%) 125 (63%) 46 (23%) 28 (14%)
27 BF 175/177 (99%) 130 (74%) 30 (17%) 15 (9%)
28 BG 174/176 (99%) 118 (68%) 32 (18%) 24 (14%)
28 DG 174/176 (99%) 102 (59%) 41 (24%) 31 (18%)
29 BH 147/149 (99%) 67 (46%) 52 (35%) 28 (19%)
29 DH 147/149 (99%) 76 (52%) 53 (36%) 18 (12%)
30 BI 139/141 (99%) 84 (60%) 41 (30%) 14 (10%)
30 DI 139/141 (99%) 84 (60%) 38 (27%) 17 (12%)
31 BJ 140/142 (99%) 103 (74%) 26 (19%) 11 (8%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
31 DJ 140/142 (99%) 96 (69%) 29 (21%) 15 (11%) |
32 BK 120/122 (98%) 88 (73%) 12 (10%) 20 (17%)
32 DK 120/122 (98%) 82 (68%) 18 (15%) 20 (17%)
33 BL 141/143 (99%) 103 (73%) 28 (20%) 10 (7%)
33 DL 141/143 (99%) 80 (57%) 41 (29%) 20 (14%)
34 BM 134/136 (98%) 100 (75%) 21 (16%) 13 (10%)
34 DM 134/136 (98%) 95 (71%) 27 (20%) 12 (9%)
35 BN 118/120 (98%) 92 (78%) 14 (12%) 12 (10%)
35 DN 118/120 (98%) 70 (59%) 36 (30%) 12 (10%)
36 BO 114/116 (98%) 88 (77%) 17 (15%) 9 (8%)
36 DO 114/116 (98%) 81 (71%) 26 (23%) 7 (6%)
37 BP 112/114 (98%) 74 (66%) 21 (19%) 17 (15%)
37 DP 112/114 (98%) 64 (57%) 29 (26%) 19 (17%)
38 BQ 115/117 (98%) 90 (78%) 17 (15%) 8 (7%)
38 DQ 115/117 (98%) 83 (72%) 20 (17%) 12 (10%)
39 BR 101/103 (98%) 80 (79%) 14 (14%) 7 (7%)
39 DR 101/103 (98%) 71 (70%) 18 (18%) 12 (12%)
40 BS 108/110 (98%) 84 (78%) 17 (16%) 7 (6%)
40 DS 108/110 (98%) 74 (68%) 25 (23%) 9 (8%)
41 BT 91/93 (98%) 49 (54%) 26 (29%) 16 (18%)
41 DT 91/93 (98%) 48 (53%) 28 (31%) 15 (16%)
42 BU 100/102 (98%) 67 (67%) 17 (17%) 16 (16%)
42 DU 100/102 (98%) 51 (51%) 28 (28%) 21 (21%)
43 BV 92/94 (98%) 80 (87%) 11 (12%) 1 (1%)
43 DV 92/94 (98%) 64 (70%) 21 (23%) 7 (8%)
44 BW 77/79 (98%) 28 (36%) 22 (29%) 27 (35%)
44 DW 77/79 (98%) 33 (43%) 23 (30%) 21 (27%)
45 BX 7577 (97%) 62 (83%) 9 (12%) 4 (5%)
45 DX 7577 (97%) 50 (67%) 17 (23%) 8 (11%)
46 BY 61/63 (97%) 44 (72%) 11 (18%) 6 (10%)
46 DY 61/63 (97%) 44 (72%) 12 (20%) 5 (8%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
47 BZ 56/58 (97%) 47 (84%) 7 (12%) 2 (4%)
47 DZ 56/58 (97%) 34 (61%) 17 (30%) 5 (9%)
48 BO 54/56 (96%) 41 (76%) 9 (17%) 4 (7%)
48 DO 54/56 (96%) 40 (74%) 8 (15%) 6 (11%)
49 B1 48/50 (96%) 39 (81%) 5 (10%) 4 (8%)
49 D1 48 /50 (96%) 36 (75%) 8 (17%) 4 (8%)
20 B2 44/46 (96%) 36 (82%) 6 (14%) 2 (4%)
50 D2 44/46 (96%) 29 (66%) 11 (25%) 4 (9%)
51 B3 62/64 (97%) 50 (81%) 7 (11%) 5 (8%)
o1 D3 62/64 (97%) 39 (63%) 18 (29%) 5 (8%)
52 B4 36/38 (95%) 29 (81%) 3 (8%) 4 (11%)
52 D4 36/38 (95%) 23 (64%) 8 (22%) 5 (14%)
54 CG 148/150 (99%) 100 (68%) 36 (24%) 12 (8%)
55 CM 111/113 (98%) 64 (58%) 35 (32%) 12 (11%)
56 CP 78/80 (98%) 50 (64%) 18 (23%) 10 (13%)
58 DF 176/178 (99%) 98 (56%) 46 (26%) 32 (18%)
All All 11238/11447 (98%) | 7713 (69%) | 2283 (20%) | 1242 (11%)

5 of 1242 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
AB 18 GLN
AB 20 ARG
AB 33 ALA
AB 40 ILE
AB 72 LYS

DO DO DN DN DN

5.3.2 Protein sidechains (1)

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

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 AB 180/180 (100%) | 141 (78%) |
2 CB 180/180 (100%) | 152 (84%) (
3 AC 170/170 (100%) | 142 (84%) (
3 CC 170/170 (100%) | 151 (89%) (
4 AD 172/172 (100%) | 145 (84%) (
4 CD 172/172 (100%) | 135 (78%) (
5 AE 113/113 (100%) 86 (76%) (
5 CE 113/113 (100%) 90 (80%) (
6 AF 87/87 (100%) 73 (84%) (
6 CF 87/87 (100%) 74 (85%) (
7 AG 124/124 (100% 106 (86%) (
8 AH 104/104 (100% 89 (86%) (
8 CH 104/104 (100% 91 (88%) (
9 AT 105/105 (100% 83 (79%) (
9 CI 105/105 (100% 91 (87%) (
10 Al 86,/86 (100%) 74 (86%) (
10 CJ 86,/86 (100%) 75 (87%) (
11 AK 90/90 (100%) 75 (83%) (
11 CK 90,/90 (100%) 78 (87%) (
12 AL 103/103 (100%) 85 (82%) (
12 CL 103/103 (100%) 86 (84%) (
13 | AM 92/92 (100%) 87 (95%) 5 (
14 AN 79/83 (95%) 75 (95%) 4 (
14 | CN 79/83 (95%) 69 (87%) | 10 (13%) 150 25
15 AO 76/76 (100%) 70 (92%) 6 (8%) 15 51
15 CcO 76,76 (100%) 70 (92%) 6 (8%)
16 AP 65,/65 (100%) 58 (89%) 7 (11%)
17 AQ 74/74 (100%) 57 (77%) 17 (23%)
17 CcQ 74/74 (100%) 60 (81%) 14 (19%)
18 AR 48 /48 (100%) 45 (94%) 3 (6%)
18 CR 48/48 (100%) 43 (90%) 5 (10%) ﬁ 34
19 AS 70/70 (100%) 62 (89%) 8 (11%) 71 30
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
19 CS 70/70 (100%) 63 (90%) 7 (10%)
20 AT 65/65 (100%) 49 (75%) 16 (25%)
20 CT 65/65 (100%) 51 (78%) 14 (22%)
21 AU 44/44 (100%) 34 (77%) 10 (23%)
21 CU 44/44 (100%) 36 (82%) 8 (18%)
24 BC 216/216 (100%) 167 (77%) 49 (23%)
24 DC 216/216 (100%) 189 (88%) 27 (12%)
25 BD 164,/164 (100%) 134 (82%) 30 (18%)
25 DD 164,/164 (100%) 144 (88%) 20 (12%)
26 BE 165/165 (100%) 122 (74%) 43 (26%)
26 DE 165/165 (100%) 147 (89%) 18 (11%)
27 BF 148/148 (100%) 130 (88%) 18 (12%)
28 BG 137/137 (100%) 105 (77%) 32 (23%)
28 DG 137/137 (100%) 119 (87%) 18 (13%)
29 BH 114/114 (100%) 96 (84%) 18 (16%)
29 DH 114/114 (100%) 96 (84%) 18 (16%)
30 BI 109/109 (100%) 91 (84%) 18 (16%)
30 DI 109/109 (100%) 102 (94%) 7 (6%)
31 BJ 116/116 (100%) 88 (76%) 28 (24%)
31 DJ 116/116 (100%) 100 (86%) 16 (14%)
32 BK 103/103 (100%) 81 (79%) 22 (21%)
32 DK 103/103 (100%) 83 (81%) 20 (19%)
33 BL 102/102 (100%) 76 (74%) 26 (26%)
33 DL 102/102 (100%) 85 (83%) 17 (17%)
34 BM 109/109 (100%) 87 (80%) 22 (20%)
34 DM 109/109 (100%) 96 (88%) 13 (12%)
35 BN 100/100 (100%) 82 (82%) 18 (18%)
35 DN 100/100 (100%) 85 (85%) 15 (15%)
36 BO 86/86 (100%) 69 (80%) 17 (20%)
36 DO 86,/86 (100%) 77 (90%) 9 (10%)
37 BP 99/99 (100%) 73 (74%) 26 (26%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
54 CG 123/123 (100%) 102 (83%) 21 (17%) 13
55 CM 91/91 (100%) 80 (88%) 11 (12%) 27
56 CP 65/65 (100%) 57 (88%) 8 (12%) 26
58 DF 149/149 (100%) 123 (83%) 26 (17%) 12
All All 9331/9339 (100%) | 7786 (83%) | 1545 (17%) 13

5 of 1545 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
39 BR 20 VAL
50 B2 9 VAL
39 DR 58 VAL
40 BS 48 LYS
44 BW 14 ASP

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 331 such
sidechains are listed below:

Mol | Chain | Res | Type
41 BT 91 GLN
3 cC 31 ASN
42 DU 44 HIS
43 BV 44 HIS
47 BZ 33 HIS

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 AA 1532/1533 (99%) 363 (23%) 63 (4%)

22 BA | 2850/2903 (98%) 554 (19%) 87 (3%)

22 DA | 2837/2903 (97%) 869 (30%) 183 (6%)

23 BB 117/118 (99%) 19 (16%) 0

53 CA 1529/1530 (99%) 445 (29%) 81 (5%)

57 DB 116/117 (99%) 33 (28%) 7 (6%)

All All 8981/9104 (98%) 2283 (25%) 421 (4%)

5 of 2283 RNA backbone outliers are listed below:
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Mol | Chain | Res | Type
1 AA 5 U
1 AA 6 G
1 AA 9 G
1 AA 22 G
1 AA 32 A

5 of 421 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
53 CA 512 U
22 DA 52 A
22 DA 2492 U
53 CA 701 U
53 CA 1142 G

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 363 ligands modelled in this entry, 362 are monoatomic - leaving 1 for Mogul analysis.

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

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o 'RMSZ [ #|2|>2 | Counts | RMSZ | #|7] > 2
60 | TEL | BA [3135] - [59,62,62| 221 | 10 (16%) | 72,92,92 | 3.13 | 25 (34%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical

component dictionary. Similar counts are reported in the Torsion and Rings columns. ’-
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no outliers of that kind were identified.

Mol | Type | Chain | Res | Link Chirals Torsions Rings

60 | TEL BA | 3135 - 2/2/19/19 | 0/73/108/108 | 0/4/5/5
The worst 5 of 10 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
60 BA | 3135 | TEL | 09-C4 |-3.95 1.39 1.46
60 BA | 3135 | TEL | 0O45-C50 | -3.44 1.38 1.44
60 BA | 3135 | TEL | C37-N41 | -2.93 1.29 1.35
60 BA | 3135 | TEL | C43-C40 | -2.51 1.45 1.48
60 BA | 3135 | TEL | C7-C13 | -2.39 1.48 1.52

The worst 5 of 25 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
60 BA | 3135 | TEL | C3-N6-C10 | -15.48 93.00 111.94
60 BA | 3135 | TEL | O5-C10-O16 | -11.28 110.75 122.53
60 BA | 3135 | TEL | O16-C10-N6 | -7.05 117.54 127.98
60 BA | 3135 | TEL | O48-C44-C42 | -4.86 99.36 110.02
60 BA | 3135 | TEL | C42-C44-C49 | -4.86 100.69 109.25

All (2) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
60 BA 3135 | TEL C3
60 BA 3135 | TEL C21

There are no torsion outliers.

There are no ring outliers.

1 monomer is involved in 8 short contacts:

Mol

Chain

Res

Type

Clashes

Symm-Clashes

60

BA

3135

TEL

8

0

5.7 Other polymers (i)

There are no such residues in this entry.
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5.8 Polymer linkage issues (i)

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

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
1 AA 1533/1533 (100%) -0.41 21 (1%) 781 69 31, 83, 185, 422 0
2 AB 218/218 (100%) 1.67 67, 161, 222, 300 0
2 CB 218/218 (100%) 1.80 76, 168, 231, 274 0
3 AC 206/206 (100%) 0.83 53, 101, 156, 201 0
3 cC 206,/206 (100%) 1.02 76, 138, 202, 264 0
4 AD 205/205 (100%) 0.33 48, 93, 168, 305 0
4 | D | 205/205 (100%) -0.14 26, 60, 114, 257 0
d AE 150/150 (100%) 0.16 38, 76, 150, 231 0
5 CE 150/150 (100%) 0.27 34, 85, 143, 282 0
6 AF 100/100 (100%) 0.23 52, 100, 147, 188 0
6 CF 100/100 (100%) 0.28 69, 109, 169, 214 0
7 AG 151/151 (100%) 0.72 77,131, 195, 217 0
8 AH 129/129 (100%) 0.40 45, 82, 133, 191 0
8 | cH 129/129 (100%) 0.70 60, 101, 151, 212 0
9 | AI 127/127 (100%) 1.11 64, 137, 207, 266 | 0
9 CI 127/127 (100%) 1.58 98, 168, 246, 283 0
10 Al 98/98 (100%) 0.88 65, 111, 196, 260 0
10 CJ 98/98 (100%) 2.78 94, 178, 248, 272 0
11 AK 117/117 (100%) 0.96 45, 108, 190, 238 0
11 | CK | 117/117 (100%) 0.83 49,112, 169,192 | 0
12 AL 123/123 (100%) -0.00 24, 62, 106, 208 0
12 | cL 123/123 (100%) 0.47 37, 73, 124, 211 0
13 AM 114/114 (100%) 0.55 86, 135, 206, 262 0
14 AN 96,/100 (96%) 0.58 58, 105, 187, 274 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
14 CN 95/100 (95%) 1.90 36 (37%) 95, 187, 280, 335 0
15 AO 88/88 (100%) -0.19 1 (1%) [ 82} 75 43, 81, 124, 170 0
15 CO 88/88 (100%) 0.19 2 (2%) 64 54 57, 107, 153, 265 0
16 AP 82/82 (100%) 0.82 13 (15%) §13112 56, 80, 166, 241 0
17 AQ 80/80 (100%) 0.71 7(8%) 112118 44, 78, 145, 219 0
17 CQ 80/80 (100%) 1.06 14 (17%) 12411 57, 106, 146, 163 0
18 AR 55/55 (100%) 0.46 6 (10%) 47115 60, 88, 151, 212 0
18 CR 55/55 (100%) 0.08 0 §100§ 100 55, 88, 179, 249 0
19 AS 79/79 (100%) 1.68 28 (35%) 0|1 96, 137, 193, 233 0
19 CS 79/79 (100%) 3.19 50 (63%) JOJ 10 183, 316, 391, 403 0
20 AT 85/85 (100%) 0.01 1 (1%) [ 81} 72 47, 84, 131, 157 0
20 CT 85/85 (100%) 1.35 21 (24%) J 1111 66, 115, 191, 210 0
21 AU 51/51 (100%) 2.28 29 (56%) 0|0 96, 152, 206, 217 0
21 CU 51/51 (100%) 0.83 6 (11%) 16114 66, 117, 183, 253 0
22 BA 2854/2903 (98%) -0.36 38 (1%) 79 71 5, 32, 160, 403 0
22 DA 2841/2903 (97%) 0.56 133 (4%) 35 27 | 53,122, 250, 469 0
23 BB 118/118 (100%) -0.40 0 I 100 13, 44, 74, 101 0
24 BC 271/271 (100%) -0.13 9 (3%) 50 40 12, 42, 93, 209 0
24 DC 271/271 (100%) 0.76 25 (9%) 59, 93, 144, 185 0
25 BD 209/209 (100%) -0.29 0 4, 26, 73, 178 0
25 DD 209/209 (100%) 1.22 40 (19%) 58, 109, 173, 246 0
26 BE 201/201 (100%) -0.24 1 (0%) 5, 43, 103, 156 0
26 DE 201/201 (100%) 2.19 89 (44%) 65, 192, 378, 459 0
27 BF 177/177 (100%) 0.52 20 (11%) 27,75, 156, 242 0
28 BG 176/176 (100%) 0.18 4 (2%) 22, 62, 121, 186 0
28 DG 176/176 (100%) 1.86 72 (40%) J0y 11 100, 185, 264, 328 0
29 BH 149/149 (100%) 3.12 70 (46%) JOJ 10 49, 179, 279, 375 0
29 DH 149/149 (100%) 2.73 69 (46%) JOJ]0 93, 184, 287, 326 0
30 BI 141/141 (100%) 3.02 82 (58%) §0110 136, 253, 308, 367 0
30 DI 141/141 (100%) 3.91 108 (76%) OO0 167, 294, 351, 377 0
31 BJ 142/142 (100%) -0.42 0 f100]f 100 7,23, 64, 143 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
31 DJ 142/142 (100%) 1.19 36 (25%) 11|11 52, 106, 159, 195 0
32 BK 122/122 (100%) -0.24 0§100§ 100 10, 31, 80, 254 0
32 DK 122/122 (100%) 1.29 29 (23%) J 1111 57, 91, 150, 229 0
33 BL 143/143 (100%) -0.22 01004100 7, 38, 75, 111 0
33 DL 143/143 (100%) 1.40 39 (27%) 1)1 69, 149, 262, 337 0
34 BM 136/136 (100%) -0.32 04100100 6, 29, 76, 120 0
34 DM 136/136 (100%) 1.03 28 (20%) f 1111 46, 107, 161, 204 0
35 BN 120/120 (100%) -0.48 0 §100§ 100 9, 25, 46, 155 0
35 DN 120/120 (100%) 1.45 36 (30%) 111 73, 124, 194, 293 0
36 BO 116/116 (100%) 0.00 0J100§ 100 24, 44, 83, 116 0
36 DO 116/116 (100%) 1.79 46 (39%) 10111 113, 162, 224, 259 0
37 BP 114/114 (100%) -0.10 1 (0%) 85} 80 11, 41, 104, 161 0
37 DP 114/114 (100%) 1.03 21 (18%) § 2111 63, 105, 164, 195 0
38 BQ 117/117 (100%) -0.51 1 (0%) 85} 80 4, 20, 47, 206 0
38 DQ 117/117 (100%) 1.64 37 31%) f1Y)1 67, 108, 191, 312 0
39 BR 103/103 (100%) -0.33 1 (0%) [84) 78 5, 30, 80, 109 0
39 DR 103/103 (100%) 2.53 57 (55%) J0OJ 10 80, 138, 239, 291 0
40 BS 110/110 (100%) -0.39 1 (0%) [85) 80 6, 21, 61, 178 0
40 DS 110/110 (100%) 2.37 55 (50%) JO 10 70, 133, 241, 285 0
41 BT 93/93 (100%) 0.22 4 (4%) 39 29 23, 51, 121, 235 0
41 DT 93/93 (100%) 2,77 53 (56%) JOJ 10 110, 202, 299, 369 0
42 BU 102/102 (100%) 0.11 3 (2%) 55 46 19, 55, 136, 246 0
42 DU 102/102 (100%) 3.33 122, 287, 418, 543 0
43 BV 94/94 (100%) -0.02 13, 43, 85, 124 0
43 DV 94/94 (100%) 1.73 100, 144, 196, 226 0
44 BW 79/79 (100%) 0.17 10, 36, 110, 208 0
44 DW 79/79 (100%) 2.37 87, 141, 230, 253 0
45 BX 77/77 (100%) -0.23 15, 46, 88, 135 0
45 DX 7777 (100%) 1.23 19 (24%) 67, 118, 172, 239 0
46 BY 63/63 (100%) 0.15 2 (3%) 51 42 34, 75, 134, 210 0
46 DY 63/63 (100%) 1.61 18 (28%) f1f11 130, 305, 419, 450 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
47 BZ 58,/58 (100%) -0.29 | 6, 24, 74, 116 0
47 DZ 58/58 (100%) 1.00 86, 123, 190, 236 0
48 BO 56/56 (100%) -0.55 3, 22, 75, 168 0
48 DO 56/56 (100%) 1.64 66, 132, 242, 278 0
49 Bl 50/50 (100%) 0.38 30, 50, 98, 178 0
49 D1 50/50 (100%) 1.83 98, 155, 211, 275 0
50 B2 46/46 (100%) -0.45 13, 27, 51, 183 0
50 D2 46/46 (100%) 1.46 78, 118, 155, 203 0
51 B3 64/64 (100%) -0.30 9, 27, 46, 71 0
51 D3 64/64 (100%) 1.99 90, 125, 198, 250 0
52 B4 38/38 (100%) 0.37 1 (2%) 59 50 28, 49, 87, 112 0
52 D4 38/38 (100%) 2.97 26 (68%) 78, 141, 210, 225 0
53 CA 1530/1530 (100%) 0.07 38 (2%) 61 51 38, 100, 272, 376 0
54 CG 150/150 (100%) 2.37 118, 209, 283, 333 0
5%5) CM 113/113 (100%) 2.38 196, 344, 437, 471 0
56 CP 80/80 (100%) 0.95 59, 91, 145, 249 0
57 DB 117/117 (100%) 0.15 95, 167, 229, 249 0
58 DF 178/178 (100%) 2.38 135, 220, 279, 350 0
All All 20431/20551 (99%) 0.54 3, 97, 258, 543 0

The worst 5 of 2486 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
19 CS 29 | PRO 18.8
29 DH 124 | THR 18.2
29 DH 91 PHE 18.0
29 BH 118 | PRO 15.6
29 DH 105 | ALA 15.6

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

There are no non-standard protein/DNA/RNA residues in this entry.
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6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

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

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
590 | MG | BA |3129] 1/1 0.93 | 1.06 | 90.68 | 243,243,243,243
29 MG DA 3079 1/1 0.66 0.89 | 26.10 | 200,200,200,200
29 MG CA 1627 1/1 0.88 1.25 | 23.02 | 237,237,237,237
50 | MG | DA |3108| 1/1 0.81 | 0.67 | 19.34 | 212,212,212,212
29 MG DA 3106 1/1 0.45 0.74 | 14.68 | 316,316,316,316
29 MG CA 1612 1/1 0.82 0.41 14.59 | 113,113,113,113
29 MG DA 3002 1/1 -0.04 0.63 14.20 | 225,225,225,225
29 MG BA 3021 1/1 0.84 0.34 | 13.93 | 158,158,158,158
29 MG BA 3122 1/1 0.94 0.71 11.38 | 155,155,155,155
29 MG DA 3069 1/1 0.84 0.58 8.79 | 233,233,233,233
29 MG CA 1639 1/1 0.92 0.22 7.06 | 161,161,161,161
29 MG AA 1641 1/1 0.91 0.23 6.13 | 148,148,148,148
29 MG BA 3134 1/1 0.93 0.36 0.99 | 196,196,196,196
29 MG DA 3075 1/1 0.88 0.41 4.83 | 172,172,172,172
29 MG BA 3106 1/1 0.96 0.22 4.71 2,5,9,5
29 MG BA 3102 1/1 0.96 0.21 4.66 9,9,9,9
50 | MG | CA | 1636 | 1/1 0.87 | 0.30 | 432 |119,119,119,119
29 MG DA | 3097 1/1 0.57 0.39 3.97 | 137,137,137,137

59 | MG | BA [3099| 1/1 0.99 | 020 | 3.84 8,888
59 | MG | BA [3070] 1/1 091 | 0.21 | 371 | 135,135,135,135
59 | MG | BA [3013] 1/1 0.98 | 0.19 | 3.60 1,1,1,1

59 MG CA 1618 1/1 0.45 0.30 3.36 146,146,146,146
59 MG BA 3081 1/1 0.94 0.18 3.07 92,92,92,92
59 MG BA 3040 1/1 0.98 0.18 2.96 13,13,13,13
59 MG DA 3100 1/1 0.88 0.33 2.83 105,105,105,105
59 MG BA 3105 1/1 0.98 0.17 2.32 27,27,27,27
59 MG BA 3095 1/1 0.95 0.19 2.21 117,117,117,117
59 MG DA 3129 1/1 0.52 0.53 2.10 | 210,210,210,210
59 MG CA 1624 1/1 0.97 0.27 2.06 128,128,128,128 0
Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
59 | MG | BA |3037| 1/1 0.95 | 0.17 | 1.67 24,24,24,24 0
59 MG DA | 3133 1/1 0.43 0.38 1.66 | 198,198,198,198 0
59 MG AA | 1631 1/1 0.94 0.17 1.54 | 168,168,168,168 0
59 MG DC 301 1/1 0.79 0.25 1.36 | 155,155,155,155 0
59 | MG | CA 1607 | 1/1 0.8 | 023 | 1.35 | 134,134,134,134 | 0
59 MG BA | 3062 1/1 0.95 0.18 1.32 5,9,5,5 0
60 | TEL BA | 3135 | 58/58 0.97 0.22 1.26 0,23,68,74 0
59 MG AA 1622 1/1 0.99 0.18 1.25 40,40,40,40 0
59 MG CA 1616 1/1 0.82 0.39 0.94 | 203,203,203,203 0
59 MG BA | 3028 1/1 0.92 0.20 0.91 49,49,49,49 0
59 | MG | CA 1630 | 1/1 0.94 | 027 | 0.65 | 126,126,126,126 | 0
59 MG CA 1606 1/1 0.90 0.16 0.44 54,54,54,54 0
59 MG DA | 3050 1/1 0.72 0.28 0.44 | 160,160,160,160 0
50 | MG | BA |3008| 1,1 0.96 | 0.16 | 0.35 12,12,12,12 0
59 MG DA 3128 1/1 0.86 0.31 0.22 116,116,116,116 0
59 MG DA | 3027 1/1 0.51 0.27 0.14 | 157,157,157,157 0
59 MG DA | 3083 1/1 0.63 0.29 0.03 | 204,204,204,204 0
59 MG BA | 3110 1/1 0.95 0.16 | -0.01 89,89,89,89 0
59 MG BA 3103 1/1 0.91 0.17 -0.18 21,21,21,21 0
59 MG CA 1621 1/1 0.91 0.18 | -0.38 50,50,50,50 0
59 MG BA | 3022 1/1 0.96 0.16 | -0.54 5,5,5,5 0
59 MG BA 3116 1/1 0.96 0.14 -0.54 71,71,71,71 0
59 MG AA | 1635 1/1 0.94 0.14 | -0.59 73,73,73,73 0
59 MG BA | 3114 1/1 0.92 0.15 | -0.67 8,8,8,8 0
59 MG BA | 3130 1/1 0.97 0.14 | -0.69 | 108,108,108,108 0
59 MG AA ] 1633 1/1 0.94 0.10 | -0.80 62,62,62,62 0
99 MG CA 1611 1/1 0.91 0.19 -0.83 | 111,111,111,111 0
59 MG AA 1617 1/1 0.79 0.16 -0.86 | 147,147,147,147 0
59 MG DA 3115 1/1 0.80 0.21 -0.90 | 126,126,126,126 0
59 MG BA | 3053 1/1 0.98 0.15 | -0.92 6,6,6,6 0
59 MG BA | 3057 1/1 0.86 0.14 | -0.92 | 147,147,147,147 0
59 MG CA 1628 1/1 0.56 0.17 | -1.01 | 165,165,165,165 0
59 MG BA | 3119 1/1 0.97 0.07 | -1.04 A7.47,47,47 0
59 MG CA 1617 1/1 0.61 0.12 -1.06 | 214,214,214,214 0
59 MG DA | 3105 1/1 0.93 0.20 | -1.07 61,61,61,61 0
59 MG DA 3084 1/1 0.55 0.17 -1.07 | 201,201,201,201 0
59 MG BA | 3064 1/1 0.97 0.13 | -1.10 5,5,5,5 0
59 MG BA | 3077 1/1 0.93 0.13 | -1.26 38,38,38,38 0
59 MG CA 1640 1/1 0.96 0.16 | -1.30 80,80,80,80 0
59 MG DA 3012 1/1 0.90 0.21 -1.42 41,41,41,41 0
59 MG BA 3027 1/1 0.97 0.17 -1.56 | 119,119,119,119 0
59 MG AA | 1616 1/1 0.69 0.14 | -1.66 | 106,106,106,106 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
59 MG DA 3095 1/1 0.83 0.19 172 | 122,122,122,122 0
61 ZN D4 101 1/1 0.77 0.10 | -1.74 | 157,157,157,157 0
59 MG AA 1629 1/1 0.59 0.11 -1.81 84,84,84,84 0
59 MG AA 1604 1/1 0.95 0.09 -1.83 | 121,121,121,121 0
59 MG DA | 3044 1/1 0.73 0.17 | -1.95 92,92,92,92 0
59 MG DA 3072 1/1 0.78 0.16 -1.96 | 131,131,131,131 0
59 | MG | DA 3025 1/1 0.96 | 0.18 | -1.98 | 104,104,104,104 | 0
59 MG DA | 3048 1/1 0.80 0.15 | -2.02 95,95,95,95 0
59 MG DA | 3103 1/1 0.90 0.17 | -2.04 76,76,76,76 0
59 MG DA | 3037 1/1 0.79 0.11 | -2.12 97,97,97,97 0
59 MG BA | 3017 1/1 0.95 0.11 | -2.14 33,33,33,33 0
59 MG DA | 3024 1/1 0.58 0.20 | -2.15 | 100,100,100,100 0
59 MG DA | 3104 1/1 0.78 0.16 | -2.16 33,33,33,33 0
59 MG DA | 3068 1/1 0.92 0.16 | -2.16 67,67,67,67 0
59 MG DA | 3112 1/1 0.92 0.14 | -2.25 80,80,80,80 0
59 MG AA 1643 1/1 0.96 0.12 -2.27 43,43,43,43 0
59 MG CA 1641 1/1 0.95 0.12 -2.40 82,82,82,82 0
59 MG BA 3112 1/1 0.98 0.09 -2.43 41,41,41.,41 0
59 MG BA | 3049 1/1 0.96 0.13 | -2.47 6,6,6,6 0
59 MG AA ] 1609 1/1 0.95 0.12 | -2.53 54,54,54,54 0
59 MG CA 1613 1/1 0.70 0.15 | -2.56 | 107,107,107,107 0
59 MG DA 3131 1/1 0.93 0.17 -2.61 91,91,91,91 0
59 MG BA 3132 1/1 0.95 0.13 -2.62 1,1,1,1 0
61 ZN B4 101 1/1 0.96 0.07 -2.75 | 118,118,118,118 0
59 | MG | BA | 3118 | 1/1 093 | 0.14 | 2.78 23,23,23.23 0
59 MG DA 3061 1/1 0.89 0.12 -2.84 | 131,131,131,131 0
59 MG DA | 3065 1/1 0.93 0.18 | -2.86 70T 0
59 MG DA | 3017 1/1 0.82 0.13 | -3.01 51,51,51,51 0
59 MG DA | 3052 1/1 0.92 0.12 | -3.06 56,56,56,56 0
59 MG DA | 3051 1/1 0.87 0.15 | -3.19 91,91,91,91 0
59 MG AA | 1634 1/1 0.97 0.08 | -3.26 62,62,62,62 0
59 MG DA | 3124 1/1 0.83 0.18 | -3.46 70,70,70,70 0
59 MG AA ] 1606 1/1 0.96 0.08 | -3.54 72,72,72,72 0
59 MG BA 3128 1/1 0.98 0.12 -3.62 15,15,15,15 0
59 MG BA 3127 1/1 0.94 0.14 -3.63 2,2,2,2 0
59 MG CA 1609 1/1 0.97 0.12 | -3.82 97,97,97,97 0
59 MG DB 201 1/1 0.82 0.10 | -4.22 88,88,88,88 0
59 MG AA | 1625 1/1 0.88 0.08 | -4.30 64,64,64,64 0
59 MG DA | 3039 1/1 0.45 0.17 | -4.34 79,79,79,79 0
59 MG BA | 3002 1/1 0.96 0.10 | -4.40 85,85,85,85 0
59 MG BA 3024 1/1 0.94 0.12 -4.51 18,18,18,18 0
59 MG BA | 3050 1/1 0.98 0.09 | -4.62 33,33,33,33 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
59 MG BB 202 1/1 0.90 0.06 | -4.74 64,64,64,64 0
59 MG AA | 1613 1/1 0.95 0.08 | -4.76 50,50,50,50 0
59 MG AA | 1611 1/1 0.98 0.07 | -5.04 60,60,60,60 0
59 MG BA | 3005 1/1 0.90 0.11 | -5.07 75,75,75,75 0
59 MG BA | 3058 1/1 0.97 0.04 | -5.48 A7.47,47,47 0
59 MG DA | 3066 1/1 0.96 0.14 | -5.50 61,61,61,61 0
59 MG BA | 3023 1/1 0.92 0.10 | -5.51 16,16,16,16 0
59 MG BA | 3067 1/1 0.93 0.12 | -5.83 17,17,17,17 0
59 MG CA 1638 1/1 0.90 0.09 -5.99 | 141,141,141,141 0
59 MG BA | 3108 1/1 0.92 0.09 | -6.07 83,83,83,83 0
59 MG DA 3023 1/1 0.92 0.14 -6.17 | 111,111,111,111 0
59 | MG | BA | 3012 1/1 0.97 | 0.13 | -6.67 L1,11 0
59 MG BA | 3016 1/1 0.96 0.09 | -6.99 4444 0
59 | MG | BA |3046| 1,1 0.95 | 0.08 | -7.01 12,12,12,12 0
59 MG DA | 3101 1/1 0.94 0.13 | -7.20 75,75,75,75 0
59 MG DA | 3055 1/1 0.85 0.11 | -7.68 72,72,72,72 0
59 MG CA 1604 1/1 0.95 0.05 | -8.16 57,57,57,57 0
59 MG AA | 1607 1/1 0.91 0.07 | -8.24 | 105,105,105,105 0
59 | MG | BA 3094 1/1 0.98 | 0.06 | 24.73 | 22,22,22.22 0
59 | MG | CA 1635 1/1 0.84 | 0.14 ~ [ 201,201,201,201 | 0
59 MG DA 3126 1/1 0.67 0.25 - 112,112,112,112 0
59 MG BA 3125 1/1 0.99 0.14 - 16,16,16,16 0
59 MG BA | 3097 1/1 0.95 0.10 - 33,33,33,33 0
59 MG BA | 3026 1/1 0.97 0.08 - 32,32,32,32 0
59 MG DA 3028 1/1 0.54 0.63 - 222,222,222,222 0
59 MG DA | 3049 1/1 0.58 0.63 - 192,192,192,192 0
59 MG DA | 3040 1/1 0.77 0.15 - 65,65,65,65 0
59 MG BB 203 1/1 0.94 0.11 - 34,34,34,34 0
59 MG DA | 3009 1/1 0.91 0.14 - 100,100,100,100 0
59 | MG | DA |3007| 1/1 0.56 | 0.62 ~ | 248,248,248.248 | 0
59 MG DA 3019 1/1 0.61 0.18 - 192,192,192,192 0
59 MG AA ] 1626 1/1 0.79 0.10 - 52,52,52,52 0
59 MG DA | 3120 1/1 0.60 0.20 - 91,91,91,91 0
59 | MG | BA 3107 | 1/1 0.97 | 0.16 ; 12,12,12,12 0
59 MG AA | 1612 1/1 0.95 0.10 - 85,85,85,85 0
59 MG DA | 3086 1/1 0.73 0.39 - 84,84,84,84 0
59 MG DA 3109 1/1 0.49 0.48 - 184,184,184,184 0
59 MG DA | 3026 1/1 0.63 0.91 - 258,258,258,258 0
59 MG AA ] 1639 1/1 0.85 0.12 - 109,109,109,109 0
59 MG AA 1620 1/1 0.92 0.10 - 126,126,126,126 0
59 MG CA 1614 1/1 0.81 0.70 - 245,245,245,245 0
59 MG DA 3029 1/1 0.91 0.94 - 142,142,142,142 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
59 MG CA 1631 1/1 0.89 0.10 - 160,160,160,160 0
59 | MG | BA |3076| 1,1 0.94 | 0.10 _ 119,119,119,119 | 0
59 MG BA 3123 1/1 0.98 0.14 - 11,11,11,11 0
59 MG DA | 3093 1/1 0.92 0.17 - 234,234,234,234 0
59 MG DA 3114 1/1 0.92 0.10 - 147,147,147,147 0
59 MG DA | 3090 1/1 0.56 0.11 - 78,78,78,78 0
59 MG BA | 3104 1/1 0.98 0.16 - 13,13,13,13 0
59 MG AA ] 1601 1/1 0.96 0.10 - NN 0
59 | MG | CA | 1610| 1,1 0.72 | 0.06 ~ [ 151,151,151,151 | 0O
59 MG CA 1603 1/1 0.60 0.34 - 177,177,177,177 0
59 MG DA | 3013 1/1 0.83 0.38 - 189,189,189,189 0
59 MG DA | 3054 1/1 0.97 0.14 - 70,70,70,70 0
59 MG BA | 3101 1/1 0.95 0.09 - 18,18,18,18 0
59 MG AA 1624 1/1 0.94 0.15 - 102,102,102,102 0
59 MG AA ] 1608 1/1 0.98 0.22 - 47,47 47,47 0
59 MG CA 1602 1/1 0.81 0.16 - 145,145,145,145 0
59 MG BA | 3087 1/1 0.98 0.12 - 36,36,36,36 0
59 MG DA 3046 1/1 0.85 0.24 - 125,125,125,125 0
59 MG BA | 3115 1/1 0.92 0.10 - 7,570,717 0
59 MG DA 3004 1/1 0.35 0.17 - 122,122,122,122 0
59 MG DA | 3021 1/1 0.78 0.15 - 83,83,83,83 0
59 MG AA ] 1619 1/1 0.77 0.69 - 209,209,209,209 0
59 MG AA | 1632 1/1 0.96 0.07 - 90,90,90,90 0
59 MG DA 3018 1/1 0.15 0.17 - 125,125,125,125 0
59 MG BA | 3031 1/1 0.90 0.11 - 26,26,26,26 0
59 MG BA | 3001 1/1 0.93 0.09 - 117,117,117,117 0
59 MG BA | 3124 1/1 0.95 0.14 - 33,33,33,33 0
59 MG BA | 3068 1/1 0.77 0.09 - 151,151,151,151 0
59 | MG | DA |3058| 1,1 0.71 | 0.32 T [202,202,202,202 | 0
59 | MG | DA |3099| 1/1 0.65 | 0.19 C [ 164,164,164,164 | 0
59 MG AA 1621 1/1 0.91 0.17 - 143,143,143,143 0
59 MG AA | 1614 1/1 0.90 0.17 - 156,156,156,156 0
59 MG DA | 3102 1/1 0.71 0.21 - 87,87,87,87 0
59 MG BA 3131 1/1 0.90 0.40 - 184,184,184,184 0
59 MG DA | 3001 1/1 0.66 0.09 - 149,149,149,149 0
59 | MG | BA |3079| 1,1 0.98 | 0.17 _ 11,11,11,11 0
59 MG BA | 3093 1/1 0.98 0.07 - 35,35,35,35 0
59 MG BA | 3015 1/1 0.96 0.17 - 95,95,95,95 0
59 | MG | DA 3094 1/1 0.84 | 0.26 ; 134,134,134,134 | 0
59 MG AA ] 1640 1/1 0.95 0.04 - 84,84,84,84 0
59 MG BA | 3113 1/1 0.96 0.09 - 138,138,138,138 0
59 | MG | BA |3066| 1,1 0.97 | 0.10 _ 21,21,21,21 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
59 MG BA | 3039 1/1 0.99 0.16 - 8,8,8,8 0
59 MG AA ] 1623 1/1 0.82 0.12 - 89,89,89,89 0
59 | MG | BA |3038| 1/1 0.99 | 0.10 _ 12,12,12,12 0
59 MG DA | 3056 1/1 0.77 0.18 - 72,72,72,72 0
59 MG BA | 3078 1/1 0.94 0.20 - 31,31,31,31 0
59 MG BA 3109 1/1 0.96 0.16 - 112,112,112,112 0
59 MG BA 3020 1/1 1.00 0.12 - 11,11,11,11 0
59 MG BA | 3084 1/1 0.98 0.16 - 3,3,3,3 0
59 MG AA | 1605 1/1 0.95 0.12 - 52,52,52,52 0
59 | MG | DA |3063| 1,1 0.37 | 2.20 ~ [ 213,213,213213 | 0
59 | MG | BA | 3047 | 1/1 0.94 | 0.09 ; 151,151,151,151 | 0
59 MG BA | 3100 1/1 0.98 0.13 - 85,85,85,85 0
59 MG DA | 3060 1/1 0.41 0.61 - 198,198,198,198 0
59 MG AA 1602 1/1 0.85 0.12 - 152,152,152,152 0
59 MG DA 3032 1/1 0.72 0.19 - 131,131,131,131 0
50 | MG | BA |3063| 1,1 0.95 | 0.13 _ 12,12,12,12 0
59 MG AA 1603 1/1 0.80 0.14 - 131,131,131,131 0
59 MG AA ] 1638 1/1 0.84 0.17 - 47,47,47,47 0
59 MG BA | 3030 1/1 0.98 0.17 - 9,9,9,9 0
59 MG CA 1622 1/1 0.93 0.13 - 190,190,190,190 0
59 MG BA | 3096 1/1 0.96 0.13 - 93,93,93,93 0
59 MG AA ] 1628 1/1 0.90 0.35 - 136,136,136,136 0
59 MG DA 3121 1/1 0.88 0.13 - 122,122,122,122 0
59 MG DA | 3057 1/1 0.89 0.55 - 185,185,185,185 0
59 MG DA | 3031 1/1 0.82 0.18 - 76,76,76,76 0
59 MG BA | 3121 1/1 0.94 0.13 - 35,35,35,35 0
59 | MG | DA | 3077 | 1/1 059 | 0.19 ; 123,123,123,123 | 0
59 | MG | DA |3003| 1,1 0.65 | 0.81 ~ 1229,220.220.229 | 0
59 MG CA 1637 1/1 0.76 0.11 - 170,170,170,170 0
59 MG DA 3092 1/1 0.25 0.25 - 119,119,119,119 0
59 MG DA | 3015 1/1 0.63 0.75 - 176,176,176,176 0
59 MG BA | 3059 1/1 0.88 0.33 - 129,129,129,129 0
59 MG CA 1629 1/1 0.91 0.24 - 126,126,126,126 0
59 MG BA 3011 1/1 0.96 0.21 - 126,126,126,126 0
59 MG BA | 3092 1/1 0.96 0.07 - 70,70,70,70 0
50 | MG | DA |3005| 1/ | -0.02 | 0.50 T [ 284,284,284,284 | 0
59 | MG | DA |3033| 1/1 0.77 | 0.32 T [ 132,132,132,132 | O
59 MG BA | 3004 1/1 0.87 0.24 - 156,156,156,156 0
59 | MG | DA | 3082 1/1 0.67 | 0.19 ; 132,132,132,132 | 0
59 MG CA 1623 1/1 0.80 0.16 - 121,121,121,121 0
59 MG DC 302 1/1 0.91 0.31 - 159,159,159,159 0
59 MG DA | 3118 1/1 0.85 0.10 - 59,59,59,59 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
59 MG DA | 3064 1/1 0.66 0.66 - 280,280,280,280 0
59 | MG | CA | 1608 | 1,1 0.80 | 0.17 _ 44,44,44.44 0
59 MG BA | 3010 1/1 0.92 0.07 - 17,17,17,17 0
59 | MG | BA | 3056 | 1/1 0.97 | 0.31 ; 219.219,219219 | 0
59 MG DA | 3070 1/1 0.85 0.13 - 60,60,60,60 0
59 MG BA | 3117 1/1 0.71 0.26 - 173,173,173,173 0
59 MG DA 3080 1/1 0.91 0.11 - 152,152,152,152 0
59 | MG | CA | 1620] 1,1 0.73 | 0.15 C [ 164,164,164,164 | 0
59 MG DA | 3010 1/1 0.63 0.57 - 195,195,195,195 0
59 MG DA 3113 1/1 0.76 0.12 - 121,121,121,121 0
59 MG DA | 3132 1/1 0.62 0.88 - 185,185,185,185 0
59 | MG | CA 1619 1/1 053 | 0.34 ; 210,210,210,210 | 0
59 MG CA 1605 1/1 0.98 0.14 - 32,32,32,32 0
59 MG DA | 3045 1/1 0.49 0.25 - 160,160,160,160 0
59 MG BA 3042 1/1 0.99 0.11 - 16,16,16,16 0
59 MG DA | 3130 1/1 0.41 3.19 - 280,280,280,280 0
59 MG BA | 3044 1/1 0.99 0.06 - 43,43,43,43 0
59 MG DA 3047 1/1 0.51 0.21 - 142,142,142,142 0
59 MG BA | 3075 1/1 0.97 0.06 - 26,26,26,26 0
59 MG DA | 3022 1/1 0.56 0.38 - 173,173,173,173 0
59 MG BB 201 1/1 0.85 0.28 - 228,228,228,228 0
59 MG AA | 1636 1/1 0.94 0.32 - 199,199,199,199 0
59 MG BA | 3045 1/1 0.87 0.14 - 30,30,30,30 0
59 MG BA | 3098 1/1 0.97 0.13 - 26,26,26,26 0
59 MG BA | 3082 1/1 0.98 0.11 - 109,109,109,109 0
59 MG BA | 3036 1/1 0.95 0.34 - 187,187,187,187 0
59 | MG | BA 3090 | 1/1 0.89 | 0.14 ; 120,120,120,120 | 0
59 MG DA | 3034 1/1 0.95 0.17 - 78,78,78,78 0
59 MG DA 3125 1/1 0.68 0.36 - 152,152,152,152 0
59 MG DA 3008 1/1 0.74 0.17 - 112,112,112,112 0
59 MG BA | 3111 1/1 0.97 0.15 - 38,38,38,38 0
59 MG DA | 3071 1/1 0.75 0.18 - 74,74,74,74 0
59 MG BA | 3083 1/1 0.95 0.17 - 37,37,37,37 0
59 MG BA | 3065 1/1 0.97 0.11 - 20,20,20,20 0
59 MG BA | 3091 1/1 0.95 0.07 - 49,49,49,49 0
59 MG CA 1634 1/1 0.95 0.09 - 74,74,74,74 0
59 MG CA 1615 1/1 0.70 0.30 - 170,170,170,170 0
59 | MG | DA | 3085 | 1/1 0.89 | 0.44 ; 132,132,132,132 | 0
59 MG DA 3041 1/1 0.76 0.15 - 110,110,110,110 0
59 | MG | DA | 3016 | 1/1 0.07 | L.15 C [ 214,214,214214 | 0
59 MG DA | 3006 1/1 0.70 0.10 - 176,176,176,176 0
59 MG DA | 3111 1/1 0.35 0.19 - 179,179,179,179 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
59 | MG | BA | 3048 | 1/1 0.95 | 0.17 ~ [ 101,101,101,101 | 0
59 MG AA | 1642 1/1 0.98 0.14 - 36,36,36,36 0
59 MG BA | 3080 1/1 0.98 0.04 - 26,26,26,26 0
59 MG DA | 3088 1/1 0.68 0.17 - 170,170,170,170 0
59 MG DA | 3042 1/1 0.87 0.19 - 99,99,99,99 0
59 MG DA | 3107 1/1 0.93 0.24 - 91,91,91,91 0
59 MG BA | 3025 1/1 0.89 0.56 - 165,165,165,165 0
59 MG BA | 3052 1/1 0.98 0.16 - 46,46,46,46 0
59 MG BA | 3089 1/1 0.84 0.13 - 95,95,95,95 0
59 MG DA 3020 1/1 0.44 0.63 - 240,240,240,240 0
59 MG DA | 3059 1/1 0.76 0.39 - 197,197,197,197 0
59 MG DA | 3096 1/1 0.83 0.14 - 93,93,93,93 0
59 MG BA | 3086 1/1 0.95 0.12 - 134,134,134,134 0
59 MG BA | 3054 1/1 0.98 0.09 - 58,58,58,58 0
59 MG DA 3116 1/1 0.76 0.12 - 54,54,54,54 0
59 MG DA 3036 1/1 0.77 0.58 - 222,222,222.222 0
59 MG DA | 3089 1/1 0.71 0.18 - 100,100,100,100 0
59 MG AA ] 1630 1/1 0.84 0.36 - 189,189,189,189 0
59 MG DA 3110 1/1 0.47 0.38 - 146,146,146,146 0
59 MG DA | 3067 1/1 0.81 0.21 - 64,64,64,64 0
59 MG CA 1626 1/1 0.80 0.39 - 196,196,196,196 0
59 MG AA | 1627 1/1 0.75 0.37 - 137,137,137,137 0
59 MG AA | 1618 1/1 0.94 0.18 - 87,87,87,87 0
59 MG BA | 3074 1/1 0.94 0.17 - 85,85,85,85 0
59 MG BA | 3073 1/1 0.94 0.17 - 17,17,17,17 0
59 MG DA | 3119 1/1 0.90 0.11 - 67,67,67,67 0
59 MG BB 204 1/1 0.93 0.08 - 23,23,23,23 0
59 MG BA | 3034 1/1 0.91 0.28 - 197,197,197,197 0
59 | MG | BA |3033] 1,1 0.95 | 0.21 _ 14,14,14,14 0
59 MG BA 3014 1/1 0.98 0.21 - 44,44 44 44 0
59 MG DJ 201 1/1 -0.24 1.06 - 312,312,312,312 0
59 MG DA | 3043 1/1 0.47 0.28 - 179,179,179,179 0
59 MG BA | 3043 1/1 0.96 0.06 - 18,18,18,18 0
59 MG DA | 3038 1/1 0.67 0.12 - 203,203,203,203 0
59 MG BA | 3006 1/1 0.98 0.07 - 31,31,31,31 0
59 MG BA | 3120 1/1 0.97 0.21 - 3,3,3,3 0
59 MG DA | 3073 1/1 0.87 0.07 - 148,148,148,148 0
59 MG CA 1633 1/1 0.93 0.14 - 138,138,138,138 0
59 MG BA | 3088 1/1 0.94 0.10 - 62,62,62,62 0
59 MG DA | 3014 1/1 0.66 0.37 - 133,133,133,133 0
59 MG DA | 3081 1/1 0.90 0.28 - 78,78,78,78 0
59 MG DA | 3035 1/1 0.75 0.14 - 79,79,79,79 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
59 | MG | DA | 3076 | 1/1 0.84 | 0.25 _ 149,149,149,149 | 0
59 MG DA 3127 1/1 0.58 0.85 - 228,228,228,228 0
59 MG DA 3062 1/1 0.72 0.56 - 213,213,213,213 0
59 MG BA | 3055 1/1 0.89 0.35 - 215,215,215,215 0
59 MG BA | 3019 1/1 0.99 0.18 - 13,13,13,13 0
59 MG DA | 3117 1/1 0.90 0.20 - 73,73,73,73 0
59 MG BA | 3060 1/1 0.94 0.31 - 188,188,188,188 0
59 MG BA | 3009 1/1 0.96 0.17 - 38,38,38,38 0
59 MG BA | 3003 1/1 0.87 0.10 - 58,58,58,58 0
59 | MG | BA |3061| 1,1 0.97 | 0.17 _ 11,11,11,11 0
59 MG BA | 3032 1/1 0.96 0.12 - 25,25,25,25 0
59 MG AA 1610 1/1 0.94 0.11 - 201,201,201,201 0
59 MG BA | 3029 1/1 0.97 0.10 - 52,52,52,52 0
59 MG BA | 3069 1/1 0.93 0.25 - 136,136,136,136 0
59 MG DA 3074 1/1 0.10 0.96 - 247,247 ,247,247 0
59 MG DA | 3091 1/1 0.30 0.37 - 154,154,154,154 0
59 MG CA 1625 1/1 0.85 0.17 - 48,48,48,48 0
59 MG CA 1632 1/1 0.97 0.09 - 65,65,65,65 0
59 | MG | DA | 3122 1/1 0.83 | 0.15 ; 94,94,94,94 0
59 | MG | DA 3087 | 1/1 0.76 | 0.28 ; 152,152,152,152 | 0
59 | MG | DA |3030| 1,1 0.74 | 0.31 ~ [ 104,104,104,104 | 0
59 MG CE 201 1/1 0.84 0.27 - 132,132,132,132 0
59 MG BA | 3072 1/1 0.97 0.21 - 97,97,97,97 0
59 MG DA | 3053 1/1 0.77 0.25 - 98,98,98,98 0
59 | MG | BA | 3133 1/1 0.94 | 0.26 ; 146,146,146,146 | 0
59 MG DA 3011 1/1 0.74 0.39 - 145,145,145,145 0
59 | MG | DA | 3078 | 1/1 0.60 | 0.24 ; 182,182,182,182 | 0
59 MG AA | 1637 1/1 0.88 0.12 - 96,96,96,96 0
59 MG AA 1615 1/1 0.96 0.10 - 128,128,128,128 0
59 MG BA | 3035 1/1 0.97 0.10 - 5,5,5,5 0
59 | MG | DA |3098| 1/1 0.72 | 0.33 _ 151,151,151,151 | 0
59 MG BA | 3007 1/1 0.80 0.15 - 104,104,104,104 0
59 MG DA | 3123 1/1 0.71 0.30 - 183,183,183,183 0
59 MG BA | 3071 1/1 0.95 0.11 - 7,0,7,7 0
59 MG BA 3085 1/1 0.85 0.20 - 124.124,124,124 0
59 | MG | BA |3018| 1,1 0.80 | 0.14 _ 44,4444, 44 0
59 MG BA 3041 1/1 0.98 0.17 - 21,21,21,21 0
59 | MG | BA | 3051 1/1 0.96 | 0.17 ; 24,24,24,24 0
59 | MG | CA | 1601 1/1 0.79 | 0.10 ; 120,120,120,120 | 0
59 MG BA | 3126 1/1 0.98 0.15 - 18,18,18,18 0
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6.5 Other polymers (i)

There are no such residues in this entry.
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