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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:

X-RAY DIFFRACTION

The reported resolution of this entry is 3.00 A.

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

Metric

Rfree NN

Clashscore

Ramachandran outliers

Sidechain outliers

RSRZ outliers

RNA backbone I

Worse

Percentile Ranks

[

[

0 Percentile relative to all X-ray structures

Value
N 0.268
. 37
N 11.0%
N 17.6%
N 10.9%
PN 0.45

Better

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

Metric

Whole archive

Similar resolution

(#Entries) (#Entries, resolution range(A))
Rpree 100719 1692 (3.00-3.00)
Clashscore 112137 2037 (3.00-3.00)
Ramachandran outliers 110173 1973 (3.00-3.00)
Sidechain outliers 110143 1976 (3.00-3.00)
RSRZ outliers 101464 1716 (3.00-3.00)
RNA backbone 2435 1007 (3.34-2.66)

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

Mol | Chain | Length Quality of chain
2%
|
1 AA 1522 26% 58% 15%
13%
|
1 CA 1522 26% 57% 15%
13%
h N
2 AB 256 34% 44% 12% . 8%
18%
| ———— s
2 CB 256 36% 43% 120 .« 8%

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK


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

Page 3 wwPDB X-ray Structure Validation Summary Report AVTY
Continued from previous page...
Mol | Chain | Length Quality of chain
5%
3 AC 239 38% 21% T 1aw
26%
3 CC 239 38% 21% 7T 7
%
4 | AD 209 | T —— a0 e
%
4 CD 209 34% 50% 14% -
%
5 AE 162 33% 46% 14% - 1%
7%
e
5 CE 162 34% 45% 14% .+ %
5%
6 AF 101 29% 57% 14%
7%
_
6 CF 101 28% 57% 15%
34%
I — —
7 AG 156 52% 45% -
48%
= —
7 CG 156 51% 45% ..
%
8 AH 138 39% 53% %
2%
8 CH 138 41% 51% % .
4%
T — . m
9 Al 128 38% 53% % -
1%
1y — ——
9 Cl 128 34% 55% 9% -
56%
e — ———
10 Al 105 3% 50% 8% 6%
51%
e — —
10 CJ 105 3% 50% 8% 6%
6%
11 AK 129 39% 47% 5% o 8%
5%
11 CK 129 40% 45% % - 8%
0%
12 AL 135 34% 50% 9% 1%
1%
12 CL 135 35% 49% o 1%
56%
1 — ———
13 AM 126 43% 40% 8% 9%
57%
e — ———
13 CM 126 40% 44% % 9%
28%
e — —
14 AN 61 46% 46% % .
23%
- —
14 CN 61 48% 46% 5% -
2%
15 AO 89 40% 47% e .

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
7%
15 CO 89 42% 46% 11% -
30%
16 AP 88 27% 55% 10% + 5%
5%
16 CP 88 26% 56% 11% .« 5%
7%
17 AQ 105 50% 40% 5% 5%
7%
17 CcQ 105 51% 40% . 5%
9%
h
18 AR 88 24% 49% 20%
23%
W
18 CR 88 26% 45% 8% 20%
55%
e —
19 AS 93 35% 39% 11% 15%
58%
1 —
19 CS 93 40% 37% 9% 15%
0%
h |
20 AT 106 28% 53% 12% %
8%
20 CcT 106 32% 49% 12% 7%
52%
] C —
21 AU 27 52% 37% . %
56%
gy o
21 CU 27 52% 37% . %
9%
22 BO 85 36% 48% 14% -
1%
22 DO 85 39% 47% 13% -
%
—
23 B1 98 22% 38% 24% 6% 9%
5%
_
23 D1 98 22% 37% 24% 7% 9%
0%
24 B2 72 10% 29% 29% . 29%
0%
24 D2 72 8% 35% 24% - 29%
%
25 B3 60 47% 45% 8%
5%
25 D3 60 - 38% 53% 8%
26 B4 71 18% 13% 14% 55%
7%
26 D4 71 17% 14% 14% 55%
7%
h
27 B5 60 25% 47% 22% 5% -
8%
h
27 D5 60 27% 47% 20% 5% -

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
5%
28 B6 54 6% 26% 43% 9% 17%
3%
28 D6 54 6% 28% 23% % 17%
5%
29 B7 49 - 23% 23% 14%
8%
29 D7 49 — 43% 45% 12%
8%
h
30 B8 65 23% 43% 28% 5%
30 D8 65 28% 40% 28% -
%
31 BA 2787 26% 24% 23%
%
31 DA 2787 24% 45% 25%
3%
32 BB 122 20% 48% 26%
8%
32 DB 122 18% 520 27%
%
33 BD 276 . 26% 54% 17%
%
33 DD 276 . 30% 49% 18%
3%
34 BE 206 . 29% 46% 21%
5%
34 DE 206 - 28% 47% 21%
7%
35 | BF 210 | T - e
5%
35 | DF 210 | = ao ——
27%
| S m
36 BG 182 27% 57% 14% e
5%
Iy e— S m
36 DG 182 27% 55% 16% .
%
37 BH 180 = 31% 37% T 7R T 7
8%
.-
37 DH 180 31% 39% 15% 11%
8%
h
38 BI 148 24% 529 20%
25%
—
38 DI 148 23% 53% 20%
3%
39 BN 140 - 26% 49% 23%
%
39 DN 140 = 28% 47% 23%
40 BO 122 34% 50% 15%

Continued on next page...




Page 6 wwPDB X-ray Structure Validation Summary Report AVTY
Continued from previous page...
Mol | Chain | Length Quality of chain
40 DO 122 39% 44% 16%
41 | BP 150 | —— - = ™
41 | DP 150 | —— o o =
42 BQ 141 — 28% 51% 6% e
42 DQ 141 &T 53% 17%
43 BR 118 28% 53% 14%
43 DR 118 = 23% 55% 18% -
44 BS 112 = 23% 34% 24% %  12%
21%
44 DS 112 22% 34% 25% 7%  12%
45 BT 146 %T 43% 25% % 10%
45 DT 146 &18%_ a7% 22% 1%
46 BU 118 ./0 36% 43% 20%
46 DU 118 = 35% 44% 19% o
47 BV 101 g/izi% 41% 39% %
11%
47 DV 101 16% 38% 39% 8%
48 BW 113 0% 40% 20%
48 DW 113 2 34% 49% 16%
49 BX 96 ﬁw 48% 24% -
49 | DX 06 | o T
50 | BY 1o | — 7% = N
50 | DY jjo | — 0% o N
51 | BZ 205 | T % e v
10%
51 DZ 206 26% 46% 4% - 14%

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:
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
52 MG AA 1606 - - - X
52 MG AA 1609 - - - X
52 MG AA 1612 - - - X
52 MG AA 1621 - - - X
52 MG AA 1622 - - - X
52 MG AA 1623 - - - X
52 MG AA 1627 - - - X
52 MG AA 1629 - - - X
52 MG AA 1647 - - - X
52 MG AA 1648 - - - X
52 MG AA 1649 - - - X
52 MG AA 1651 - - - X
52 MG BA 3001 - - - X
52 MG BA 3002 - - - X
52 MG BA 3006 - - - X
52 MG BA 3008 - - - X
52 MG BA 3009 - - - X
52 MG BA 3010 - - - X
52 MG BA 3012 - - - X
52 MG BA 3016 - - - X
52 MG BA 3017 - - - X
52 MG BA 3020 - - - X
52 MG BA 3021 - - - X
52 MG BA 3023 - - - X
52 MG BA 3028 - - - X
52 MG BA 3032 - - - X
52 MG BA 3034 - - - X
52 MG BA 3037 - - - X
52 MG BA 3038 - - - X
52 MG BA 3039 - - - X
52 MG BA 3040 - - - X
52 MG BA 3041 - - - X
52 MG BA 3044 - - - X
52 MG BA 3046 - - - X
52 MG BA 3047 - - - X
52 MG BA 3049 - - - X
52 MG BA 3051 - - - X
52 MG BA 3052 - - - X
52 MG BA 3055 - - - X
52 MG BA 3057 - - - X
52 MG BA 3059 - - - X
52 MG BA 3060 - - - X
52 MG BA 3062 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
52 MG BA | 3065 - - - X
52 MG BA | 3069 - - - X
52 MG BA | 3071 - - - X
52 MG BA | 3073 - - - X
52 MG BA | 3074 - - - X
52 MG BA | 3079 - - - X
52 MG BA | 3085 - - - X
52 MG BA | 3087 - - - X
52 MG BA | 3091 - - - X
52 MG BA | 3093 - - - X
52 MG BA | 3095 - - - X
52 MG BA | 3099 - - - X
52 MG BA | 3100 - - - X
52 MG BA | 3108 - - - X
52 MG BA | 3110 - - - X
52 MG BA | 3115 - - - X
52 MG BA | 3121 - - - X
52 MG BA | 3123 - - - X
52 MG BA | 3126 - - - X
52 MG BA | 3139 - - - X
52 MG BA | 3141 - - - X
52 MG BA | 3142 - - - X
52 MG BA | 3146 - - - X
52 MG BA | 3148 - - - X
52 MG BA | 3153 - - - X
52 MG BA | 3158 - - - X
52 MG BA | 3161 - - - X
52 MG BA | 3169 - - - X
52 MG BA | 3173 - - - X
52 MG BA | 3176 - - - X
52 MG BA | 3185 - - - X
52 MG BA | 3189 - - - X
52 MG BA | 3190 - - - X
52 MG BA | 3193 - - - X
52 MG BA | 3195 - - - X
52 MG BA | 3200 - - - X
52 MG BA | 3209 - - - X
52 MG BA | 3217 - - - X
52 MG BA | 3221 - - - X
52 MG BA | 3223 - - - X
52 MG BA | 3229 - - - X
52 MG BA | 3230 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
52 MG BA | 3241 - - - X
52 MG BA | 3252 - - - X
52 MG BA | 3254 - - - X
52 MG BA | 3255 - - - X
52 MG BA | 3268 - - - X
52 MG BA | 3271 - - - X
52 MG BA | 3275 - - - X
52 MG BA | 3276 - - - X
52 MG BA | 3285 - - - X
52 MG BA | 3298 - - - X
52 MG BA | 3302 - - - X
52 MG BA | 3303 - - - X
52 MG BA | 3311 - - - X
52 MG BA | 3313 - - - X
52 MG BA | 3315 - - - X
52 MG BA | 3326 - - - X
52 MG BA | 3331 - - - X
52 MG BA | 3345 - - - X
52 MG BA | 3347 - - - X
52 MG BQ 202 - - - X
52 MG BU 201 - - - X
52 MG CA 1605 - - - X
52 MG CA 1606 - - - X
52 MG CA 1609 - - - X
52 MG CA 1610 - - - X
52 MG CA 1617 - - - X
52 MG CA 1618 - - - X
52 MG CA 1619 - - - X
52 MG CA 1623 - - - X
52 MG CA 1625 - - - X
52 MG CA 1641 - - - X
52 MG CA 1642 - - - X
52 MG CA 1643 - - - X
52 MG CA 1644 - - - X
52 MG CA 1645 - - - X
52 MG CA 1647 - - - X
52 MG D1 101 - - - X
52 MG D5 101 - - - X
52 MG D7 101 - - - X
52 MG DA | 3002 - - - X
52 MG DA | 3006 - - - X
52 MG DA | 3007 - - - X

Continued on next page...



Page 10

wwPDB X-ray Structure Validation Summary Report

4VrY

Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
52 MG DA | 3008 - - - X
52 MG DA | 3009 - - - X
52 MG DA | 3011 - - - X
52 MG DA | 3015 - - - X
52 MG DA | 3016 - - - X
52 MG DA | 3019 - - - X
52 MG DA | 3022 - - - X
52 MG DA | 3026 - - - X
52 MG DA | 3030 - - - X
52 MG DA | 3032 - - - X
52 MG DA | 3036 - - - X
52 MG DA | 3039 - - - X
52 MG DA | 3042 - - - X
52 MG DA | 3044 - - - X
52 MG DA | 3045 - - - X
52 MG DA | 3047 - - - X
52 MG DA | 3049 - - - X
52 MG DA | 3053 - - - X
52 MG DA | 3054 - - - X
52 MG DA | 3055 - - - X
52 MG DA | 3056 - - - X
52 MG DA | 3059 - - - X
52 MG DA | 3061 - - - X
52 MG DA | 3063 - - - X
52 MG DA | 3064 - - - X
52 MG DA | 3067 - - - X
52 MG DA | 3068 - - - X
52 MG DA | 3070 - - - X
52 MG DA | 3072 - - - X
52 MG DA | 3077 - - - X
52 MG DA | 3087 - - - X
52 MG DA | 3088 - - - X
52 MG DA | 3089 - - - X
52 MG DA | 3091 - - - X
52 MG DA | 3094 - - - X
52 MG DA | 3095 - - - X
52 MG DA | 3097 - - - X
52 MG DA | 3103 - - - X
52 MG DA | 3105 - - - X
52 MG DA | 3106 - - - X
52 MG DA | 3110 - - - X
52 MG DA | 3111 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
52 MG DA | 3112 - - - X
52 MG DA | 3114 - - - X
52 MG DA | 3115 - - - X
52 MG DA | 3116 - - - X
52 MG DA | 3130 - - - X
52 MG DA | 3132 - - - X
52 MG DA | 3133 - - - X
52 MG DA | 3135 - - - X
52 MG DA | 3137 - - - X
52 MG DA | 3138 - - - X
52 MG DA | 3140 - - - X
52 MG DA | 3142 - - - X
52 MG DA | 3146 - - - X
52 MG DA | 3147 - - - X
52 MG DA | 3149 - - - X
52 MG DA | 3154 - - - X
52 MG DA | 3156 - - - X
52 MG DA | 3159 - - - X
52 MG DA | 3166 - - - X
52 MG DA | 3171 - - - X
52 MG DA | 3173 - - - X
52 MG DA | 3187 - - - X
52 MG DA | 3188 - - - X
52 MG DA | 3189 - - - X
52 MG DA | 3197 - - - X
52 MG DA | 3203 - - - X
52 MG DA | 3208 - - - X
52 MG DA | 3213 - - - X
52 MG DA | 3214 - - - X
52 MG DA | 3217 - - - X
52 MG DA | 3227 - - - X
52 MG DA | 3241 - - - X
52 MG DA | 3246 - - - X
52 MG DA | 3248 - - - X
52 MG DA | 3264 - - - X
52 MG DA | 3266 - - - X
52 MG DA | 3270 - - - X
52 MG DA | 3283 - - - X
52 MG DA | 3285 - - - X
52 MG DA | 3294 - - - X
52 MG DA | 3304 - - - X
54 K BA | 3350 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
54 K DA | 3310 - - - X
55 21T BA | 3351 - - - X
55 21T DA | 3311 - - - X
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2 Entry composition (i)

There are 55 unique types of molecules in this entry. The entry contains 278000 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 @) P
1 AA 1504 32329 14390 5992 10444 1503 0 0 0
1 CA 1504 Total = C N O P 0 0 0

32329 14390 5992 10444 1503

e Molecule 2 is a protein called 30S ribosomal protein S2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AB 239 ’fgg?l 12013 3122 351)1 ? 0 0 1
2 CB 239 r‘lrgg?l 12013 3122 321 g 0 0 1
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 AC 207 ?Z’tlzl 1(?16 311]5 221 ? 0 0 1
s cC 201 ?Zi?’)l 1(?16 311]5 2(831 ? 0 0 1
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 AD 208 ??E)Zl 1OCG6 31§9 281 g 0 0 0
4 CD 208 ??E)Zl 10%6 31;]9 281 g 0 0 0

e Molecule 5 is a protein called 30S ribosomal protein S5.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 AE 151 1147 724 218 201 4 0 0 1
Total C N O S
5 CE 151 1147 724 218 201 4 0 0 1
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 101 843 531 155 154 3 0 0 0
Total C N O S
6 CF 101 843 531 155 154 3 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 155 1257 781 252 218 6 0 0 0
Total C N O S
7 CG 155 1257 781 252 218 6 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 138 1116 705 215 193 3 0 0 0
Total C N O S
8 | CH 138 1116 705 215 193 3 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
9 | Al 127 1011 639 198 174 0 0 0
Total C N O
9 | O 127 1011 639 198 174 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
Al 58 ARG HIS CONFLICT | UNP P80374
CI 58 ARG HIS CONFLICT | UNP P80374
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e Molecule 10 is a protein called 30S ribosomal protein S10.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
10 AJ 9 T709t5a l 439 11;7 1(?38 ? 0 0 !
10 ©J 9 T709t5a l 439 11;7 1%)8 ? 0 0 1

e Molecule 11 is a protein called 30S ribosomal protein S11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AK 119 T808t5a l 529 11(\518 1((?5 2 0 0 0
1 CK 119 T808t5a l 55119 11(\318 1((?5 2 0 0 0

e Molecule 12 is a protein called 30S ribosomal protein S12.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
R A e L R
R L A e L L

There are 6 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
AL 2 VAL - INSERTION | UNP Q5SHN3
AL 3 ALA - INSERTION | UNP Q5SHN3
AL 4 LEU - INSERTION | UNP Q5SHN3
CL 2 VAL - INSERTION | UNP Q5SHN3
CL 3 ALA - INSERTION | UNP Q5SHN3
CL 4 LEU - INSERTION | UNP Q5SHN3

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 15 921 569 190 160 2 0 0 0
Total C N O S
13 M 15 921 569 190 160 2 0 0 0

e Molecule 14 is a protein called 30S ribosomal protein S14.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
14 AN 60 492 312 104 72 4 0 0 0
Total C N O S
14 CN 60 492 312 104 72 4 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 | A0 88 734 459 147 126 2 0 0 0
Total C N O S
15 CO 88 734 459 147 126 2 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 84 701 443 140 117 1 0 0 1
Total C N O S
16 CP 84 701 443 140 117 1 0 0 1
e Molecule 17 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7| AQ 100 824 528 152 142 2 0 0 1
Total C N O S
7| cQ 100 824 528 152 142 2 0 0 1
e Molecule 18 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
18 | AR 70 574 367 112 95 0 0 0
Total C N O
18 | CR 70 574 367 112 95 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 & 630 403 115 110 2 0 0 1

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR H R
e Molecule 20 is a protein called 30S ribosomal protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR T HEEEEE
0 e | e e 0 | 0 |0
e Molecule 21 is a protein called 30S ribosomal protein Thx.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
21 | AU 25 goggl 138 o g()) 0 0 1
21 | CU 25 1;0531 1(238 ; ?S()) 0 0 1
e Molecule 22 is a protein called 50S ribosomal protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
22 B0 85 1250’5;681 4(0]1 11?\>I7 1(1)1 El; 0 0 0
22 bo 85 1;30;81 4(51 12]7 1(1)1 ? 0 0 0
e Molecule 23 is a protein called 50S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
23 Bl 89 2();; 1 4§5 114\110 1C1)8 0 0 !

23 b1 89 TGO;; l 4(?35 114\110 1C1)8 0 0 L
e Molecule 24 is a protein called 50S ribosomal protein L.29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
wlm | n [WONTT . [ 4 |
IR HEEEEE

WO RLDWIDE
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e Molecule 25 is a protein called 50S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2% | B3 60 o o D 0 0 1
25 | D3 60 Tl e ol 0 0 1

e Molecule 26 is a protein called 50S ribosomal protein L31.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2%6 | B4 32 o o 0 0 0
2% | D4 32 o o 0 0 0

e Molecule 27 is a protein called 50S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 | B 59 1:;);31 2;38 é\g 706 i 9 0 0
27 | D5 59 o o D 9 0 0

e Molecule 28 is a protein called 50S ribosomal protein L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

28 | B6 15 gogfl 235 ;\Ig 62 i 0 0 1
e Molecule 29 is a protein called 50S ribosomal protein L34.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o | v | a9 U s s O | 0 |
9 | o7 | a9 | U s o | 0 | 0 |

e Molecule 30 is a protein called 50S ribosomal protein L35.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 B8 64 508 326 102 78 2 0 0 1
Total C N O S
30 D8 64 508 326 102 78 2 0 0 1
e Molecule 31 is a RNA chain called 23S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
31 BA 2725 58698 26124 10986 18864 2724 0 0 0
Total C N O P
31 DA 2725 58698 26124 10986 18864 2724 0 0 0
e Molecule 32 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
32 BB 119 2551 1136 471 826 118 0 0 0
Total C N O P
32 | DB 119 2551 1136 471 826 118 0 0 0
e Molecule 33 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 BD 272 2105 1329 417 356 3 0 0 1
Total C N O S
33 DD 272 2105 1329 417 356 3 0 0 1
e Molecule 34 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
34 BE 205 1564 988 300 270 6 0 0 1
Total C N O S
34 DE 205 1564 988 300 270 6 0 0 1
e Molecule 35 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
35 BF 208 1624 1035 304 282 3 0 0 1

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
35 DF 208 1624 1035 304 282 3 0 0 1
e Molecule 36 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 BG 181 1474 942 268 260 4 0 0 0
Total C N O S
36 DG 181 1474 942 268 260 4 0 0 0
e Molecule 37 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
37 BH 160 1223 773 229 220 1 0 0 1
Total C N O S
37 DH 160 1223 773 229 220 1 0 0 1
e Molecule 38 is a protein called 50S ribosomal protein L9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
38 B 146 1132 723 201 207 1 0 0 1
Total C N O S
38 DI 146 1132 723 201 207 1 0 0 1
e Molecule 39 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 BN 139 1105 712 207 182 4 0 0 1
Total C N O S
39 DN 139 1105 712 207 182 4 0 0 1
e Molecule 40 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 | BO 122 033 588 171 170 4 0 0 0
Total C N O S
40| DO 122 033 588 171 170 4 0 0 0
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e Molecule 41 is a protein called 50S ribosomal protein L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
H BP 146 ?‘iﬁl 632 21;17 1(9)3 2 0 0 0
H bp 146 ?iﬁl 632 21;17 183 2 0 0 0

e Molecule 42 is a protein called 50S ribosomal protein L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
42 BQ 136 ?8;?)1 6?8 21(\)14 123 ? 0 0 0
42 bQ 136 ?(());E(L)l 6?8 21(\)14 123 ? 0 0 0

e Molecule 43 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
43 BR 17 1;)06t gl 539 21812 1?9 0 0 0
43 DR 17 T906t gl 539 21(\)12 1C5)9 0 0 0

e Molecule 44 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 BS 9 T7O7t;Ll 426 11;5 1(??0 0 0
4 DS 9 1:;)7?1 426 1?5 1(??0 0 0

e Molecule 45 is a protein called 50S ribosomal protein L19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
45 BT 132 111(1)1(6)?)l 6(836 2217 126 ? 0 0 0
45 bT 132 111(1)J(C)Eél 6;36 21;]7 126 ? 0 0 0

e Molecule 46 is a protein called 50S ribosomal protein L20.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 BU 17 958 604 202 151 1 0 0 0
Total C N O S
46 DU 17 958 604 202 151 1 0 0 0
e Molecule 47 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
47 BV 101 779 501 142 135 1 0 0 0
Total C N O S
47 A 101 779 501 142 135 1 0 0 0
e Molecule 48 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 BW 13 896 563 176 155 2 0 0 0
Total C N O S
18 bw 13 896 563 176 155 2 0 0 0
e Molecule 49 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
49 BX 93 726 471 132 123 0 0
Total C N O
49 DX 93 726 471 132 123 0 0 1
e Molecule 50 is a protein called 50S ribosomal protein [.24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
50 | BY 101 776 500 149 123 4 0 0 1
Total C N O S
50 | DY 101 776 500 149 123 4 0 0 1
e Molecule 51 is a protein called 50S ribosomal protein L25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o1 Bz 1 1404 897 253 252 2 0 0 1

Continued on next page...
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AVTY

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o1 bz 1 1404 897 253 252 2 0 0 1

e Molecule 52 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

52 | BA 349 20 300 0 0
Total Mg

52 | CA 48 s s 0 0

52 | DQ 1 Toltal l\gg 0 0

52 | DF 1 Toltal l\gg 0 0

52 | BE 1 Toltal l\gg 0 0

52 | DU 1 Toltal l\gg 0 0

52 B1 1 Total - Mg 0 0
1 1

52 | BP 3 Total - Mg 0 0
3 3

52 | DR | Toltal hﬁg 0 0

5 | B 2 Total - Mg 0 0
2 2

52 | BB 5 Total - Mg 0 0
5 5

52 | BF | Toltal N{g 0 0

5 | BX | Toltal N{g 0 0
Total Mg

52 | AA 51 o 0 0

52 | BQ 2 Total - Mg 0 0
2 2

52 D7 1 Toltal hgg 0 0

52 | BU 1 Toltal hgg 0 0

52 | DD 1 Toltal N{g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | Do | Toltal N{g 0 0
5 | BR | Toltal N{g 0 0
Total Mg
52 | DA 309 209 300 0 0
52 | BT | Toltal N{g 0 0
52 | DE | Toltal N{g 0 0
52 D1 1 Total - Mg 0 0
1 1
52 | DX 1 Toltal hgg 0 0
52 | DP 1 Toltal N{g 0 0
52 D5 9 Total - Mg 0 0
9 9
52 | BD 1 Toltal N{g 0 0
52 BO 1 Toltal N{g 0 0
52 | DB 3 Togal hgg 0 0

e Molecule 53 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
53 | CN | Toltal Zln 0 0
53 | AD | Toltal Zln 0 0
53 D 1 Total Zn 0 0

1 1
53 | AN 1 Toltal Zln 0 0

e Molecule 54 is POTASSIUM ION (three-letter code: K) (formula: K).

Mol | Chain | Residues Atoms ZeroQOcc | AltConf
54 | BA 1 Toltal If 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
54 | DA | Toltal If 0 0

e Molecule 55 is AZITHROMYCIN (three-letter code: ZIT) (formula: C3sH7oN2O12).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
55 BA 1 ’ ’
52 38 2 12
Total C N O
55 DA 1 0 ’
52 38 2 12
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a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry and electron density.
Residues are color-coded according to the number of geometric quality criteria for which they

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

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

sample, but not in the model, are shown in grey.

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
e Molecule 1: 16S rRNA

3 Residue-property plots (i)

Page 26
Chain AA:

o9V

L8D

©
el
fp

[4:n)
1514
{0k} 4
670
8%0
LYD

Svn
¥¥0

(44
gl
(7]

8€D
LEN

1€D

8TH
29

Sed

veTv
€ETN
CETO

0ETY
921D

sgIn
445

(44 %]
1210
(48 4

L11D
ST1D
viin
€T1D
[42%5]
60TV

L0TD

S0TD
701D
€010
201D

869

[ ]

96en
® €6D
® 76D

LN
® o
®
<O

78N

N
©
=1

000000
- N [
NS N 5N
SRR [TRT]

LN
=
©
[

D681D
46810
6810
assto
06810

681D

1810
9810

S8TV
781D

92ED

vzed
€cen
[44°]

S.L2D
LTy

(k&)
TL2D
0Ley

892D
192D

S92H
¥ozn
€92V
(4744

652D
852D

667V

£67D
267D
167D
067D

® 88%D

L8YY

18%D

6.%0
LLYY
9.%D
SL9D
YL%D
€L%D

TL7D

® 0.%D

09%D
85¥%D
LS%D

[4cia )

189D
989D

€SSV

05SD

8¥%5D
L¥SY

¥¥3D
€790
[472h)
s
0%9D
6ESY
8€39D
LESD
9€S0
SESY

® <CTesv

TESN

RLDWIDE

SPDB

PROTEIN DATA BANK

W


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

AVTY

wwPDB X-ray Structure Validation Summary Report

Page 27

T9LD
09.D

89.LD
LS.0

9L
€9LY

TS0
0S5.D

8¥%.L0
L¥.LO

€80
T€80

628D

9280

289

€28
[44:0)

0z8n

818D

718V

2180

8080

508D
7080

T080
008D

86.D
161D

V6LV

LEBY
9€6D
SE6V
7€60

1

£ecey
2eed
Tzen

6T6Y
816V
L169D

ST6V

€16V

606V

€069
2069

868D

968D

3

268V

688V

€880
2880
188D

6180
818D

+

.80

7.80

698D
8980

598V
vo8Y
€980

TL6D

S96V
o6V
€969

LEOTD

GEOTY
YEO0TD

CEOTD
TEOTD
QaoeotTy
D0€0TH
40€0T1D

L1019

9101V
ST0TV
Y101V

Nﬁmﬂb
900TD
S00TV
7001V
€00TD
2001
V100TD

@® 8C11D

9TTID

[432%)

OTTTV
60TTD
80TTD
LOTTD
90TTD
SOTTV

€0TTD
COTTV

00TTD
660TD
860TD
L60TD

€601V

T60T0
® 06010

18019
98010
S80TN
78010
€80T0
280TD

080TV
6L0TD

9L0TD
S.01D
7,010
€L0T0
TLOTD
TLOTD

€90TD

96710

T6TTV

68TTD
88TTV
L8TTD

S8TTD
7811

® 7811
® 18119

6LITYV

SLTTD
iZAa%)
€LTTD
CTLTITD

0LTTY
69TTV
89TTV

€9TTD
[4°)a%)
19110

8ST1D
LSTTV
9ST1D
SSTTD
7ST1D

TSTTV
0STTN

e 8vIln
® LV11D

@® CE11d

® OETTV

9210

i

(]
® 09210
6GCT0

8210
€GCTD
® 2STiv
TSCTV
0821V

® S8¥CIV

® S¥eIv
® ¥¥2id

o €wtIo
[az4%]
® 1¥21d

® 9€T1V

® ©eeId
® €€cId

62CTY

92T1D

(]
@® €T21D
(]
T2erd
021D
61210
81210

wﬁmﬁu
E€TCTY
(4245

o o

80CTD
021D
® 9021
S0TTN
v0TTVY
€0CT0

® 71021V
00210
66TTN

@® SCETD

€CETD

12€1D

8TETY

9TETD
STETN
¥1€10
e €I€ln

@ TIED

@ O00€TD
66CTY

L62TD
96210

€6CT1D

T162TD

68CTY
@ 88TTV
°
L]

S8CTY
%8210

28210

® 99C1D
@ S§921D

68€T0

L8ETD
98€TH
S8ETD

C8ETO
T8ETN
08ETN
6LETD

LLETY
9.LE1N0

vLETY

89€TH
L9ETO

VEOETY

C9ETD

LEETD

SEETD
VEETD

CTEETY
ﬂmmﬁo
8CETO
LTETO
9CETD

09TV
6S¥T0
8S¥1D
LSPTD

o9vvINn

15445

6E7TD
8EYTD

9€VIN
SEVID

CEVTD

0EVTO
mmﬂﬁo
92¢¥TO
t4 4511
7445
€CHTD
(4445

(45745

oﬁﬂﬁw
LO%TO
woﬂﬁb
201D
TOVTD
00%1D
66ETD

LBETO

S6ETO

€6€TN
CT6ETD
T6ETN
06€TN

62STD

YCSTD

¢TSI
12819

6TIGTYV
8TISGTV
LTISGTD
91GTD

s
€ISTV

T1S1D
01STN

80STD

TOSTO

86710

96%1D

145544 4
16710
06%1D
687D

16S rRNA

98%1D

€871V

08%1D
6.%1D
8L¥%1D

TLPTD
0L¥TD
69%1D
89VTV

79v1D

e Molecule 1

®
©
O

WO
-
X
~
1)
X
©
Y
&
-
O
g
o=
o]
=
@)

son
790

09V

18D

9D

R LDWIDE

O

PROTEIN DATA BANK

W



AVTY

wwPDB X-ray Structure Validation Summary Report

Page 28

0ETY

SN
445

[2q%)
1210
0TIy

LT1D

STID
viin
€TTD
[43%]

60TV
801D

901D
S0TD
01D
€01D
201D

N M O
[ e e
(SR

< 0 O
0 00 0
=)

N
00
=1

© o
5N
TR

€LD
cLd
TLD

69D
899
190
999

13444
(a4

96TV

%610

o VeV

T7€0
oven
6EED

LEED
9EED
SEED

€EED

Te€D

92ED

Yzed
€zen

0.4€0
69€0
89¢eN

£%%0

vevn
€evD
[454 4
TEVY

13544
0T¥d
607D

LO%D

918N
ST9D
71390

z1sn

7050
€050
205D

667V

£67D
(454
167D
067D

88%D
L8YY

€€9D

2190
TI9V

V18V

2180

€GLY

T80
0§19

928D
140

€28D
(445

0z8N

G880

L10TD
9101V

€169

SSOTV

€50TD

67010

8€0TD

LEOTD

SEOTY
7E0TD

20T
TE0TD
Qaoeoty
D0€0TH
40€0TD
YOE0TH

S20Tn

O

1=} 4
DBM
_BG
WDM
S N
LPN
==
=
o
ot
=

B



AVTY

wwPDB X-ray Structure Validation Summary Report

Page 29

e 8¥v1in
LYT1D

|

€VTTD
(4295
® T¥11D

@® 6€T11D

® LETID

SETTN
® VeI
€ETTD
CETTD

® OETTvV

® 8T11D
® .T11D

® ¥C11d

9TTTID

[432%)

OTTTV
60TTD
80TTD
LOTTD
90TTD
SOTTV

COTTY

660TD
@® 86010
® L6010
@® 96010

€601V

[ ]
T60T0
06010

[ ]
® 180T
@ 98070
S80TN
78010
€80T0
280TD

€1CTY
cieIn

80CT0
® L0219
® 9021
® §0z1n
v0TTY
€0CTD

10TV
0021
66110

96110

T6T1V

68110

6LITYV

SLT1D
iZAa%)
€LTTD
CTLITO

0LTTY
69TTV
89TTV

S9TTO

® €911
29TTD
19110

8ST1D
LSTTY
9GT1D
SSTTD
YST1D

TSTTV
® 0ST110
® 6¥I1D

6.LTTY
8.T1Nn
L.TT0
9.21H
@ S.iT1v
v.L21D
€L2TD
TLTTD
@ T.21D

|

99219
99219
%9210

0921
65210

¥s¢10
€GCTD
@ TSty
13144 4
0SCTY

8YCIV

SYCIY

[47a%)
werd
e 0¥%CIn
6ETTY

@ 9€TIv
L]
® PVECID
[} mmm.ﬁu
62CTY
82CT0

92C1D

L]

@® €TCid

L]

@ 121D
0zZTH

@ 612In
81210
912TH

cveETD

9TETD
STETN
® VIETD
€TETN

TIETD
0TETD

80€TN

90ETY

Y0€TD

00€TH
6621V

L6210
@ 96210

@® €621
z6cIn
1621H

68CTY
88CTY

°
@ S§8CTV
@ ¥8C10
L]

28210

0T¥1D

LO¥TD
20¥%TNn

[4via%]
T0%1D
00%TD
66€TO
® 86ETV
LBETD

g6eT
26eTD
T6£TN
o6€TA
e 68E1
e lsEW
e 98Em
° mwms
e esEW
e 1sein
e osein
6L£TD
o 8Ll
LIETY
9.£10
e 7L
£LETD
zLeTn
)

89€TH
L9ETD
99€TD

VEOETY

Nwm-”.ﬁu
8GETN
LSETY
9SETD

¥S€10
€39ETD
CSETD
TSETN
0SETY
8¥ETN
9VETY

EVETD

98¥%1D

¥8%10
€8VTV

08%TD
6.%T0
8.L¥%10

TLYTD
0L%1D
69%1D
891V

99%1D
S9%10

09¥TV
6S¥T0
8G¥TD
LSPTD

ovyINn

15445

6EYTD
8EVTD

9€VIN
SEVID

0EVTO
62710

92¢HTO
t4 451
iZ44%)
€Y1
(44745

6171D

LIVTD
9T¥ID
STPID
vivin
€TV
(45745

62STD

€¢STH
2esTn
12819

61STY
8TSTY
LTSTD
9TGTD

E€ISTV

TIS1D
0T1STN
60STD
80STH

@ €0STY

00STY

867 1N

96¥%10

e Molecule 2

¥6v1D
€6VTY
@ T6¥TV
16710
06%T0
68%TD

308 ribosomal protein S2

13%

¥od

®
©
I:

19T

65
8GI
AL
96y
G4
Sl

8%

12%
-

191

PAAN

O7H
@® 6¢I

9EY

44%
[

[48
TEX
ogy
62Y
e 8cd

9td
SN

e€cy

N~ o -
Q © QO
I“:“Iz“'l

14
(o4c
® 6TH

34%

9TH

10

e 111

Chain AB

® 6214

S¢1d
1S

1211

6174
® 8TI1
4173
9114

435

CTITA

OTTd

80TI

901X

[4os
TOTW
001D

861
L6M
964

€6A

w0
0
<

5

¥8TA
€81d

08TT

9.74

PLTA
€LTV
CLII
TLIV

89TL
L91d
991

® €914
2911

Ll

SGTT

€GTH

6711

SETD

e Molecule 2

8%

12%

43%

8€TT

veed

® €€es
® <Zged

0€TA

® 822

308 ribosomal protein S2

9gey

® <cecl

6TCA

36%

18%

o]
o
N
=

c¢oed
7021

66TA

Chain CB

O

R LDWIDE
PROTEIN DATA BANK

W



4VrY

wwPDB X-ray Structure Validation Summary Report

Page 30

2011

TOTW

e 1l6M

£6A

T6d
06

w0
£}
<

N~
- o
(==}

o000 o

e
©Q
=

66TA

€610
261s
1610
06TL

781A

3

9.74

PLIA
ELTV
CTLII
TLIV

89T.L

2911

Ll

SGT1

€GTH

6711

SETD

CETA

¢oed
TozI

30S ribosomal protein S3

e Molecule 3

13%

[o] —
2k <

8%

3

41%

38%

12%

—
—
-

Chain AC

99A

c9a

feisic
LSI

egy
281

oSy

+

€%

ovd
6€1

B

€19

D
o

~
A

s} ©
I=I=

0vTY

8ETA

9ETY

YETI

TETH

rascy
¥erI
€210

9TTA
STT1

ETTY

69H
89A

[4uay
T0CA

66T

9611

8811

9814

78TA

2811

08TY

8LT1

9LTH
cL1Y
69TV
89TV
L9TM
9973

1914

® 691D

LSTI
® 9STY
® S§S1D

2STI
TSTA
0STX

308 ribosomal protein S3

e Molecule 3

13%

7%

41%

38%

26%

Chain CC

[22) ©
Izlm

6€1

8€YH
[ousb

v
€CTA

ozs
614

149"
€19

—
—
=

)
o

~
A

YeTI

TeTd

erqic
e ¥Cil
€2Th

9TTA
® G111
Y1id
€Ty
(495
1111

80TN

90TA
S0Td

@ €0TA
@ COIN

~
(]
I&

S6L
61

e 1671
063

|

181
98A
€84

T
TLY
0LA
69H
89A

® 20cI
® T0CX

308 ribosomal protein S4

e Molecule 4

9%

15%

49%

35%

Chain AD

000000
o
(&

o <t
© ©
oA

o1

AL

14528

2ss

674

LY

©
NS
4

{44

)
<
==}

[ ]
¥

6ed
8EA
Led

® EEN
cey

920
secy
T3
® €29
ey
e 1T1
0CA

8T

o o
0
-~
m

Ld

R LDWIDE

O

PROTEIN DATA BANK

W



AVTY

wwPDB X-ray Structure Validation Summary Report

Page 31

veTa
EETA

0ETH

8CTA

1

9CTI
SCTH

E€CTH

0ZT1
611D
8TTY
L1TV
9TTd
STTY

€118
® CIIA
TT1V

8011

SOTA
YOTA

zota
TOTT
00Ty

3
B

961

308 ribosomal protein S4

761

= N m
D O 0
n >

< w0 0 o O <
hh-hhw-w-g-
(=8 = £ =

€4

N
~
M

594

PAAS
j{an
€0CA

L61d
9611

€610

1674
0610
681d
8811
1874

€810

b

PLTT
ELTM
C¢L1d

0LTA

® G9TH

€914
2911

6SGTH

0%TA
6ETH

e Molecule 4

LETS
9€Td

14%

50%

34%

8%

Chain CD

N
Iw-

121

8T

STd

~
A

.0

0L1A

€914
2911

6STH

30S ribosomal protein S5

e Molecule 5

7%

14%

46%

33%

9%

Chain AE

894

794

T9X
094

88V
LS%

SSA

2¢S8d
TSA
0sd
67d
8y

w o~
S s
I“‘Im

o
E
=

o m ©
®mmom 52}
>>>IQ

D
o
o

©
N
R

.

L3
94

308 ribosomal protein S5

e Molecule 5

%

14%

45%

17%
. 34%

Chain CE

©O N~
[ZT =

894

o4

T9X
094

8GV
LS4

SGA

2ad
TSA
0sd
6%d
i

9€d

veEA
€EA

814

STY
vy
€11

308 ribosomal protein S6

€911

0S1Yd
6714

SYIX
vl
€vTY
(445!
jaan
(A%

e Molecule 6

O

R LDWIDE
PROTEIN DATA BANK

W



AVTY

wwPDB X-ray Structure Validation Summary Report

Page 32

14%

57%

29%

5%
L

Chain AF

o
gy
2SI

8¥%1

i

SEV

Ted

8¢y
Lzb
9¢I

vca
€ed
(44

611
810
L18
910

vl

o
e
Iz

s3

[4:1:1

08y
6.1

LY
SLT

ELN

[l
~
=

30S ribosomal protein S6

e Molecule 6

7%

15%

57%

- w0
N)-N)
5 <

28%

Chain CF

0La
694
89d
LOW

90

=
© ©
- =

D O
o ©
f’h‘

oM
0 O
H o< X

0
<
=

=
N
<

© N~ O
N o
HOoOm

sa

SLT

ELN
CTLA

308 ribosomal protein S7

e Molecule 7

34%

45%

52%

Chain AG

6714

ov1a
SYIV
VIR

8ETA
@ LETA
@ 9€Td
o sSeTA
® PEIY
671 o—-—--
%D PCT1
ol e ez
sva [ |
§74728 0TTI
€vd 6TTH
() (4729 STTA
ovy 91TV
1 STTY
o Len i
9eN €174
— e TIld
[ ] TTTH
[ ) {458 ® O11d
o TEN e 60IN
® 0¢I 80TV
e 6c e LotV
el e o0md
LTI ® SOTA
® 924 ® %OT1
sey e €oTM
iz ® ¢<20TH
€CTA

s1Q 16
$1d [ |

e Molecule 7

SSTH
TSTA

(4144
TSTX

30S ribosomal protein S7

S
2
M
N T
o v
<
@
@)
=
o=
o]
=
@)

® SlA

® €N

N
5

0Lx
69A

L

® 294

Sl

1

0SI

14728

o
B
2%

E
i

0€I
624

pxas
9c4d

o000

0 © o o W
- - el [
aa o > E<

<+
—
A~

(4745

6€Td
8ETA

9ETH
SETA
veETY
TETH
6214
Y211
® 0TTI
® 6114
8TTA

® 911V
STTH

@ €114

TTTd
® OITd

@® 80TV

90Th
® GSO0TA
e %011

[40x

€6d
26s
T6A

8N
€8V

SSTH
® %STA

TSIV
o TSTA
0STV
67TY

i
SPIV
TYIN

30S ribosomal protein S8

e Molecule 8

7%

53%

39%

4%
E

Chain AH

R LDWIDE

w_ 0

PROTEIN DATA BANK



AVTY

wwPDB X-ray Structure Validation Summary Report

Page 33

€274

T21a
0ZTL

8TTA

ST1S
4208

(425}

60TI

L0T1

S0TH
7014

T0Td
00TI

N~
o O
I>>‘I

w0
D
=

o <
o o
I>>-

T6Yd

Im1
0
=]

T8H
08I
6LA
8.0
LL3

S.d
YLd
€La

7%

51%

41%

308 ribosomal protein S8

4%
L

e Molecule 8
Chain CH

S.d

TTL

9T
Sd

€L
1

LETA

SETD
YETL

Py

€CTd

121a
0ZTL

® 8TIA

ST1S
4309

(43!

60TI

L0TT

S0TY
70TYd

T01d
00TI

8634
L6A

S6A
764
€6A

T6Yd

308 ribosomal protein S9

188

Im1
I
=1

T8H
08I
B6LA
8.0

-
S
Im

9%

53%

48%

38%

e Molecule 9
Chain Al

8CA

9TA

¥Zo
€N

T2d
ocy
611
8T4d

0000000
~
=
=

©
2
Ix

0000 o000 (]
— ™
i
£ <

©
o

123

(4958
T

80TA

90TV
S01a
70Td

® T0T1d
® 001D
® 661

86d

961

T6A

® 0

9%

55%

41%

308 ribosomal protein S9
34%

e Molecule 9
Chain CI

® S9N
(]
@ €9I
® C9%
® 19V
® 09a
®

854

991
SSY

®
® €SA

T84

6%d
8¥%d

Eial
SYY

EVV

0%1
6€D
8el

®
© N~
o m
f>-u‘

8CTA

9TA
SeH
144
€TN

ool
i
I>.

Ted
0cy

(2}
—
=

000000OCOO
00
-~
[

©O I~
—
I‘!:>

00000000
— ]
e
B <

©
o

128

(425
e T11d

80TA

90TV

@ S01a
7014

T0T4
001D

@ N
D O
[V

961

1

T6A

98A

€84

®
i
©
=

]
6.1
8.4
LLI

VLI

cL
TLS
0Lx
69D
89D
199

6%

8%

50%
RLDWIDE

O
PROTEIN DATA BANK

W

erbDeBe

56%

37%

308 ribosomal protein S10

e Molecule 10
Chain AJ



Page 34 wwPDB X-ray Structure Validation Summary Report

AVTY

00000000 0 000 00000 ® 00000000 o0 o o o000 00 o
o mmo o MO OO0 NOHNM SO0 RNO N WONORO W ENR OO -
L O~ ® o0 - Q NANNNNN®MO0OO000000F SIS S On B 0D QO
goH XA m A < HfE<EScdcnB<o>ndaHA dnBe>mEn B >H® X Awnemn
@ o000 0O (X ) 000 6 o o00000000
o
OIS OEmE® O HN®S WO o = @M <o © @ o ® S
©O©O©Y OKNLENNENNIENS 0 00 00 ® |00 @® & o9 -
LEAadxe =2x2d>AaHH=60= EHECE = aa H X

e Molecule 10: 30S ribosomal protein S10

51%
. e — —
Chain CJ: 37% 50% 8% 6%

[ ] 000 O 0000000 o0 o000 L X ] o000 0 () ° o0 oo (]

) © =3 0 IO OO DO HNMLIDONODNO HANOS WO~ 0RO LEEO D O

0 © N~ © o =1 5] AN N®OOn 0000000 S sSSsS S on B W Q

@H XA o ) < Hefl<<EmimnB <ol HALdJABR> X @ELEB>H® X QAuemm

0000000 O o000 0000 6 000000

=3
o S0 © D Oold N ®Sw oo = @ Do =3 ® o O
© @0 Q ORKINNNNNNSKS ® 0 00 © 0 ® & o0 -
R =N =~ = A H = = B A o = (=] H X

e Molecule 11: 308 ribosomal protein S11
16%
Chain AK: —— 47% 506 - 8%

® @ [ ] o (X ] e o [ ]
o WmEmoo O O o0 N~ 00 o - WEmo — N mmo o N M [Te} N~ 00 O -~ o
o < Mo > H < N =B =B H a A H B = wn = O o n B3 Boa > < << <
o000 ® [ ] [ ) (X J [ ]
o = N m w0 O N~ 0 O - AaNm © © oN < ©

oW O ~EEO o + 0o ®o;oHN © NSO O0O0O0IPOOOCOoOO A dadrddr-d oA NN NN
~ ~ ~ 0 W o © s} [} [} (<} D = = o oo H — — — — —
= > = = A G (3] (3] m ~ o<=nvJd =X 0nH AAQAFHA> =] o £ £ o~
e Molecule 11: 308 ribosomal protein S11

1206
. _ P E———
Chain CK: 40% 45% 6% . 8%

[N N ] [N ) (] [ ]

LEEO OO - N HEEN QDO N WEmO = o O OEEN M Y WO N 00O -0

SRR I™TE IR NIBIR™IIIRI™RI™ARIBREBRB B ™3

<= ma<>HE<®n = SEHBHAA HBEZ®n HDS SunmM-BHaA >« <= <

o0 0 (] [ ] (] [ X )

OH NMSHWONRBO A ©OKODO - N OO
OmEEN O Y 0 Ok © ;o CmN O OO0 OO0 O0000 - dmm- o - =HANNNNNN
KON ©O® 0 ® 00 LR R e B B P I B D= b e e e L e I N ol = ibel
= = >A >EdBEs=E0 K OC=Snuvad@EXnHBEAAQ I=E00MANNNXEM

e Molecule 12: 30S ribosomal protein S12
10%
Chain AL: —— 50% Tow 1%

M ©
w © ©0 © ©
A o > =

o o ™
© = ~
- =]

e Molecule 12: 30S ribosomal protein S12

A68

HT75

N8

E79 Q9
L10

V82

V83 R12

L84 K13

185 [ |

R86 V18

G87

G88

R89 K21

V90 522
K23

D92 V24

L93 P25

P94 A26
L27

K8 @

G29

1100

vio1 ® P31
F32
R33

Y105 R34
G35

A107 [ |

1 T38
V110 39
1 V40
R113 @ !
T

5116 K46

R117
P48

K119

Y120

G121 R53
V55
A56
V58
L60

Y98
H99
K124
P125

WO RLDWIDE

eP

PROTEIN DATA BANK



AVTY

wwPDB X-ray Structure Validation Summary Report

Page 35

11%

7%

9%

49%

35%

Chain CL:

99A

22
€99

091

8SA

L[]
® SSA

® €s¥

4

ovA

zed
Ted

62D

w © 0 o
n-l-'IZG’

S¢Td
745

121D
0ZTA
61T

JARS:S

TOTA
@ 007I
® 66H

e Molecule 13: 30S ribosomal protein S13

9%

8%

40%

56%

43%

Chain AM:

00000000OOCO
-~
©
=

o

i
o
o

e Molecule 13: 30S ribosomal protein S13

9%

7%

44%

57%

40%

Chain CM:

000000 O
- 0
< &
A =

o eev |
® gl
€A

061
68D
884

e Molecule 14: 308 ribosomal protein S14

%

46%

46%

28%

Chain AN:

TOM

8G9y
194

€971

Sve

gt

8€D

+

® Ttes
e Ted

ogy
® 62d

~
N
o

e Molecule 14: 30S ribosomal protein S14

® 9Td

48%

23%

Chain CN:

e Molecule 15: 308 ribosomal protein S15

D E

O

R L DWI
PROTEIN DATA BANK

W



AVTY

11%

47%

40%

wwPDB X-ray Structure Validation Summary Report

4%
Chain AO: -

Page 36

© D w
© © N~
=] > A

2L

29b

o
©
I>I

8SIW

99T
999
At
TSH

8%%

9%H

42!
€%1
[47:
v
(07

8eY
LEN
9€I

€elL
ce1

6CTA
8Th

11%

46%

42%

e Molecule 15: 30S ribosomal protein S15

7%
Chain CO: —

991

o4
€94
[4:li]

09A

991

8%

9VH

€%1

820

€20

LTY4

(0)5:1

[
(=3

L3

SY

o
+

cd

5%

.

10%

55%

30%
27%

+

e Molecule 16: 30S ribosomal protein S16

Chain AP:

B3
wn
X
—
-
<
[T}
wn
Ne)
—
N
i
.o—
<]
-
o
=
- o
€81 —
.
| osd %
o
o)
e 2 s
wn &
QR
™ B
m
—
[} ..
- - o
99d ) (@]
[s0 | < o
PV o .=
£99 M <
T =
198 ° @)

198

6SM

LS4

54

08y
e 671

9vd

) )
NS <
4 =

[ ]
-
<
a

8EA
LED

SEN

5%

pod ™ o
2'2 5}

5%

40%

50%
I.MI
o 3
2

=
Q
I=I

)
~
=

7%

IO’_N(‘)#'LOKOI\I
© KNNNNN
= EAAaxm o<
Chain AQ:

e Molecule 17: 30S ribosomal protein S17

o
© ©
T <

061
681

1834

08D

LLA

S.4
LT
LA
cLe

6934
894

998
S9I
%9d

1938
09I
6G1
8Gd

+

)
<
==}

o
N
>

€€D

WO RLDWIDE
PROTEIN DATA BANK



AVTY

wwPDB X-ray Structure Validation Summary Report

Page 37

e Molecule 17: 30S ribosomal protein S17

7%

Chain CQ: T

- 00 N
0 © — N
=4 = —

5%

40%

51%

681

=)
vl
i

007X

e Molecule 18: 308 ribosomal protein S18

20%

7%

49%

24%

9%

Chain AR:

€90
294

o9V
6GS
8G1T

9GL
SGY
j4LS

24d

08I
6%
8vD

ova

91
® E€vd
v

6EA

LEA
9EN

ey
TeT
0ea
624

921
Sl

g€y
{44\

o = o < ©
© 0 0 0 @0
A B B3 -

e Molecule 18: 30S ribosomal protein S18

(U4

%
o
N
S
@
X
o]
<
X

|
sh&

N
=

o=
o]
S

98A

[ ]
8%

28l
T84
08d

e Molecule 19: 308 ribosomal protein S19

SLI
2k
eLY
Tl

041

@ 991

S9I

€90
c9d

15%

11%

39%

55%

35%

Chain AS:

® 29I
® 19X
o 09 |
® 6Sd
® 8SA
® LSH

(]
©
Ire)
=)

® 1SA

e Molecule 19: 30S ribosomal protein S19

15%

9%

37%

58%

40%

Chain CS:

of eoL
® 29I
T9A

8SA

@ 9gY

00000000 O
~
N
= H

X )

<

3]
.<I

O

R LDWIDE
PROTEIN DATA BANK

W



AVTY

wwPDB X-ray Structure Validation Summary Report

Page 38

e Molecule 20: 308 ribosomal protein S20

10%

7%

12%

53%

28%

Chain AT:

893

€91

0S3

8¥%

ova

LES

GE
vex

o M
M o
< =

)
N
x

S0TS
® w011
® €019

T01D
00TI
661
86d

969

76V

261
161

684

184
984

feoh
e Molecule 20: 308 ribosomal protein S20

alal
~
[S]

8%

Chain CT: e

7%

12%

49%

32%

€GT

0S3a

8vi

LES
9€1

€eI
(433

62X

o
© O O
[ Ne
A

0TS
Y011
€071

TO0TD

©
[}
o

<
[}
<

MO OO o © N~ 0o - N
NSNS Q0 Q Q 00 © o O
<<ﬂ-’<ﬂ-’<&|¢1’<n—l|tﬂ>¢>ﬂi|»—l-—l|

e Molecule 21: 308 ribosomal protein Thx

%

37%

52%
52%

Chain AU:

— ®
N N
> 2%

e Molecule 21: 30S ribosomal protein Thx

56%

7%

37%

52%

Chain CU:

o am ~ —
STl LR o] - N
oA Mo DX H = >

e}
N
A

e Molecule 22: 508 ribosomal protein L27

9%

28Es
= g

14%

48%

36%

Chain BO:

TLQ

8D

)
3

44
TH

K
5

S.1

€LD

e Molecule 22: 508 ribosomal protein L27

O

R LDWIDE
PROTEIN DATA BANK

W



Page 39 wwPDB X-ray Structure Validation Summary Report

4VrY

11%
Chain DO: 39% 7% 13% -

e oo0o o0 (] (]

- 2] ©lo o omY WO N RO ~ oo N WLON®ROHN M ~ oo SN 9
oo [T R - ZElzzS gggg@ae 0 0 $ YIS S S DO W 0 1D 0 ©  ©©
=< EA ) © ne<x Mmoo s> A= SEHEEXAD NSRS [ A @&

V79

[ ]
e Molecule 23: 508 ribosomal protein 128

2%

EERRRER
ST Y i

. —
Chain B1: 22% 38% 24% 6% 9%

3] OO - ANm © o o o < o [ ]
[+ - Ao A-d NN N ] 3 < 0 © © ©
o =% Z2nHO@MMUU X o £ o << 129 =<

A15
E27
E57

[ ] [ ]
N~ © OmmMm ¥ 1 © [ (ol © - oM o)
© © ~ NSNS ~ © 0 0 <] Q09 [}
oA = - Eg [ | x M oX E -

e Molecule 23: 50S ribosomal protein L28
5%
Chain D1: 22% 37% 24% % 9%

(] e o o

o 10 O~ o @ ] 0O N o N M

[ - I ] Iv] ] < [regire Ty ©Q © ©

S %) £ 1= £ n o ] m [

(]

® © @ = 0
© S ] o) o
a %) & & )

e Molecule 24: 508 ribosomal protein .29

A15
Ni6
S17
I18
Q19
R20
R21
G22
K23
F60

V70
L73
V74
E75
R76
180
182
K92

-
0
B4

10%
Chain B2: 1% 29% 29% : 29%
[ ] [ X J [ ] [ ]
w M~ OO o ¢ W ~ (2] o < W N~ 0 O o 0 3] 0
- - NN oN N [} M M [} o < Sy N wn n
£ 0w A > M| XA > i3} 4 (=} m [£H < 0 H o == =} <<

e Molecule 24: 508 ribosomal protein 1.29
10%
Chain D2: T 35% 24% - 29%

o000 o0 [ ]
o 0O~ OO m WO~ 0o NS WON 0O HdN® o o S0 B~
— O H A dgad ey Lol R e B B PR ISP IS T & [LRTNTY [
=] M0 > XAas|mkX HEPNA@dno<nHO o o AN <

e Molecule 25: 508 ribosomal protein L30



Page 40 wwPDB X-ray Structure Validation Summary Report V7Y

2%

. - —
Chain B3: 47% 45% 8%

e Molecule 25: 50S ribosomal protein L30
5%
Chain D3: - 38% 53% T

[ X J ®

o OEmQ O © <] o - N M o) mo-mgmwhwmo‘*cﬂmvmw
p=lA © = — IS s N N M m om0 (2] o < d*v*d*aq*mmmmmmm
= A = x 0 o < X = =l S =g=g - == H@o=> MPEPSIDA>m>

e Molecule 26: 50S ribosomal protein L31

. I
Chain B4: 18% 13% 14% 55%

o o OCmmo O i<
wn ~ - — i - NN o
HiEae > = S o= X

e Molecule 26: 508 ribosomal protein L31
7%
Chain D4: _17%_ 14% 14% 55%

o ) ©Cmm® O = ©
wn ~ o - — e - NN o
HiE e g s 5 O v=> =

e Molecule 27: 508 ribosomal protein 1.32
7%
Chain Bb5: 25% 47% 22% 5%

o (N X )
~ 0 © N~ © o) oo

anfioor~ oo = SRS ) 0 191

< Xo >0 XX a P [ S V-N ] Bl ]

e Molecule 27: 508 ribosomal protein 132
8%
. h
Chain D5: 27% 47% 20% 5% -

[ ] o ® 0o
~ re) ® o Bl @ <

o mElo o~ © - [ 5] o 80 10

< X[ > o X a =] < O B> = O

e Molecule 28: 50S ribosomal protein L33
6%
Chain B6: % 26% 43% 9% 17%

e - W o m 8 338393828
3] ~ /o = = < = [T = O

— w0 o Cmm® N < 0 O - AamSWw©
- 29 g NS el N T
= -4 -4 =] [ [ X oA =0




Page 41 wwPDB X-ray Structure Validation Summary Report

4VrY

C13
Y21
A22
Y39 @

(] (]
<+ <0 © 3] © o~ o o[l o
- Il ] o ] SEEUed - N 0
[ BN = = = O A = O [~

e Molecule 28: 50S ribosomal protein L33

13%
Chain D6: &% 28% 43% 7% 17%
[ ] [ ] [ X } [ ] [ N J
o © - N <+ ©0 o © N O ] n o

e Molecule 29: 508 ribosomal protein L34
6%
Chain B7: — 43% 43% T

[ ]
- O - NmEmL CmIm® © o 10 €O b~ -
X =g mXE BT omEm AL @k OmE

e Molecule 29: 508 ribosomal protein L34
8%
Chain DT: — 43% 45% TTw

R41
T43
Va6
R47

o000
- CHANMNL ON OO Y QDY VS O 0 o
[a] w ~ o o — N N N [ & R & <
I=< sln.I::xnz HIUI:IG i MIQQ 23EIHIbF‘I

e Molecule 30: 50S ribosomal protein L35
8%
. h
Chain BS: 23% 43% 28% 5% -

[ ) [ ] [ N ]
I - -NMIMw-mmlmwNlm-w-mlwlmwlm-molml
N M 0 o o N N ISESES N o0 < < < 0w [Te} 0 W 0 © ©
Ao x X x> H o< == =X H x = ~m o ~ == o H X A - A
i
e Molecule 30: 50S ribosomal protein L35
Chain DS8: 28% 40% 28% ..
I I I -Iw-“-umlmwNlm-w-ﬁlelmlwlm-wlmwl
N M n 0 — — N N N NN N o0 <+ & S < < n W [Te} n W © © ©
Ao B3 B3 = = == = X BH Ed = Hxo ~ 1<) - o< % H X =yl

e Molecule 31: 23S ribosomal RNA
2%

. =
Chain BA: 26% 44% 23% —

[ ] (X ]
o oM w0 N~ N M N~ WO o O o Namw N~ D - N < 0 ~ D - N < w0 ©
N~ o - = - ~ o [ ] NN N®® M 0 wg S < [Ta Qo) [TelTe] 0 re} © © © © ©
o< © = © v O (SRS (LR =T ] < O o (S &) < o< (L] o =] (TR S) < OO



wwPDB X-ray Structure Validation Summary Report V7Y

Page 42

5

80TN

660

F

3

VLY

o
~
(&

69D

[424]

%31

(415

0STD
67TV
81D
L710

SY10

YEVTID

9929

%920

S8V

¥52d
€520

il

-

3

08en
6.LED
8LED

9L€D

dg9ed

4e9€d
veoey
£9€D

L

8%eD
LYEY

Svev
¥7ED

ovey

6€eN

€€€ed
ceey

il

4747
evvy
(4744

9E¥D
SEVD

eV
TEVN
0EYD

8T¥D

91%0

(4544

s6en
v6eV

L1580

i

€15V

6050
@ 808D
LOSY

¥0sn

00589

86%D

S6%D

€670

167D
687D

L8%0

¥8%0
£87Y

08%Y

¥.LvD

[42p)]
189D

6.5D

9480
SLSV
%.90

0.9

894N
L98Y

0%50
6€5D
8E5D

L99n

299D
1990

8590
L5890

8%9D
L%9D

¥yov
€OV
(4745

0%90

8€9D

SE€90

EEV

TE9Y

629D
8299

S99

€299
[44°5]

I

029D
619D

i

A5

vv1on
7190

1190
079D

F

9090
S090

0€LD

8TLD
LTLY

SCLD

€TLD

0TLd
6T.LO
8TLY

*

60L0

90LY
SOLY
%0.LD

3
B

004D
669V

2690
069D
689V
S89V

789D

2899
1899

8190
LLOV

SLOV
79D

708V

208y

88LY
8.0
98L0

8LV
08.LD

8LLD

TOLY
09.D

95.L0

¥SL0

(47 4
TSLY

6%.LD
8¥.LD
vl
VLY

998Y
$980
798D
£98Y

T98V

858N

§S88D
798D

T98n
088D

9%80

£e8N

vz8y

zz8n

0z8y

118D
918D
S18D

€180

1180
0780

080
9080

8€6D
LgeNn

€69

2E6D

26D
%260

zzen
1269

816V

€160
2160

606V
8060
L0o6en
906D

£06D

€680

@ ©880

0889

L8010

S.8D

TL8Y

698D
898N

F

L1T1D

STTTD

60TTD
@ 80TTn
L]

® €S01D

0S0TY

SY0TV

07010

LE0TD

F

CE0TY
TE0TD

6201V
8TOTYV
L2001V
® 920Tn

%201D

0Z0TY
610TN

LTOTD
9T0TD

€T07D

11019

6007V

90070

O

R LDWIDE
PROTEIN DATA BANK

W



4VrY

wwPDB X-ray Structure Validation Summary Report

Page 43

88TTN
L8T1D
98TTD
G8TTID

c8TTIV
18110

0LT1D

L

S9T1TN
7911D
€9T1D
(42125
19110
09TTD

8STTD
LSTTD
9STTV

L

0ST1D
67110

LYT1D
iaa%)
SPTID
4425

i
0%T1D
B6ETTD
8ETTD

9ETTD

CETTY

6CTTV

9CTTIV

¥Z110
€CTTID

12110

1494
19210
0921H

8GCT0
LSGTTO

SS2TN
YSCIV

LYTTY

SYCTD
4445

9ETTH
SETTD

0€CTD

S¢CTH

2TeId
Y12210

0ZTTY

vietv
€1CTV
(424 5]

602TD

[dua)
10210
0021D
66110

L

S6TTD

16719

9TETN
Y1€1D

€1eTn
(42491

80ETY

LOETY

SO0ETO

662TD

L6210

v6c1n
€621
z621n
16210

S8CTH

28T1n

6.2TD

%921
€92T0

L8ETD

v8eTv
€8€TO

L9ETY
99€TY

L

€9€TO

L

€EETD

TEETV
0EETO

8CETD
LTETO
9zeTN

89¥%1D

SSPTD

H

YOS¥1D
0S¥1D

wwﬂﬁo
SYPIV
4445
evv1D
(4445
YY1

6EVTY
8EYIN
LEVTD

SEVTD
YEVIV
€EVTN

TEVIN
0EVTD
(1449
8TV
hN“a<

1147459

80%1D

90%1TNn

96€TN
S6ETY

L

06€TN
68ETD
88ETD

L1STD
9TSTD
STSTD

€TSTD

0TSTD
d60STV

90810

081D

TOSTD
00STD
66710

68710

LLYVTY

€LVTD

06STN

78310

28810
T8STD

|

B6LSTV

LLS1D
94910
SLSTD

€LSTD
CTLSTV

0LSTV

89STD
LOSTV
99STV

€9STD
C9STV

Ye9TV
€SSTV

TSST0
0SSTD
6%STD

815N

05919

L%91D

1991V

6€9TN
8€91D
LEITV

CTEITV

0€9TD
62970

9291D

j74°1%)
€291D
(4415
291N
0291d
6T9TD

€191D

L0910

S6STD
%6510
€6STD
26510

@ O0v.1D

ozLIn
B6TLTD

YILID
€TLIN
CTLID
TTLTD
0TL1D
60410
80410

3

20LTD
TOLTV

T991D

65910

90810

%0810
€£08TY

86.TN
LBLTD

L

€6.L1D

68LTY
88.L10

S8LTV
¥8LIV
€8LTV

08LTY

8L.TN
LLLT0

€LLTY
CTLLTD
TLLTD

69L1D
89,10
L9L1D

S9.T0

8G.LTD

981D

V.iVL1D

9VLID

2S8T0
75810

L¥8TY

%810

1281V

8181N
LT8TD
918TD
ST8TV
¥181D
€18TD
[45:34

0T8TV

808TN

SS6T0

€56TV
CS6TV

676TD

LY6T0

|

0v6TN

LEBTY
9E6TY
SE6TD

1

€610
0E6TH

LT6TY
961N
S26TO

6T6TV
8T6TY

9T6TY

® ¥161D

CT6TY
11670

L]
60610

S681D
76810

268TD
T1681D

068TV

18810
98810

¥881V

0z0TY

STOTY

102D

0T0ZD
60029

002D

T002Y
0002D
66610
866TD

96610
S66T0

686TD

9861V
98619
7861D

1861V
086TD
6.6T0

LS6TD
9G6TN

98020
S$8020
%8020
€£802D

080ZH
6,020

§.020n
v.Lozn
€L02D

8902n
902D

79020
€9020
2902V

0902V
6502V

LS02Y

%302V

[4:{43)

8¥%0ZH

9020
0%020
6€020
8E€0ZD
LEOTD

veozn

(443

6202
802N
120TH

§20T0
%202d

90T12ZH

coren
1072H

66020
86020

96020

¥602D

26020
16020

O

R LDWIDE
PROTEIN DATA BANK

W



4VrY

wwPDB X-ray Structure Validation Summary Report

Page 44

8¥%2ed

s¥cen
v¥cen
€¥cen

15744
0¥%2ed
6€CTH

LETTH
9€TTD

444

2e8n

0€TTD
62TTd
82TTHd
Lgeey
92TTd

vceed
€222

[4443)

81220

502D

96120

7612D
€612

® 68120
® 88120

® 9812

7812
® €812

v1€CD
€T€2TD
zreen

oTeey

90€2D

€0€TH

T0€2TD

662D
wmmﬁ~
S622D
622D
€622
[4s1449)

06229

88CCY

98¢TY
§822D

822D
082eH

cLzen

L9gey
99zeY
§9zen
%9220

z9zen
1922

652D
892D

§5¢Td
7522

¢seed
144

08€Td

F

9Leey
VAN A
v.e2D
€LETD

TLETD

G9€TD

Lseen

G§5€TD
75€2D

cseey

S¥€TH
vveen
€¥€Td

0%€TH

8EETD

TEETH

62ETH

91€2d
GT€TD

4444

(44749

9€VTD

sevey

on

61ven
15741

91¥2d
1574

11820

L0S2D

S8%2H

€8%2D
(42743

08%2D

95V
£9920
952N

63520
89520
L5S2D

8%92D

9€STD

veESTY

TESTD

0zgsed

L1520

Te9TY
T€92H
0€92D
6292V

92920

092D

192V

b
3

£6920

0632V

§852Nn
852N
€892
28STH

08s2n

¥T.L2D

TTLTD

ozLen

8T.LTD

TTLeY

L0L2D

S0.L2V

T0L2D

§892H

%.92D

76,20

26.TH

18.20
98120
98.2D

18.TV
08.2D

LLLTD
9LLTY
SLLTV
v.LL2D
€LL2D
CLLTD

F

S9.2Y

23S ribosomal RNA

9v.Lzn

LTLTD

949820
99820
982D

0582V

€%82D

LE8TH
9€82N
GE8TY

€€8CD

i

62820

6182D

L

€18eV

0182V

16820
@® 96820

18820

98820
78820
€882V
288eV
18820

8.82Nn
11829
91829

e Molecule 31

€182V

25%

45%

24%

4%

Chain DA

0€d
6zn
8ay
P4

144

610
810
119

STD

eTy

LETD

€ETO

TETD
0€TD

D
o
HD.

Y¥6D

289

8LV

€LV

04D
690
899

012D
6020

€020
cozn
102D

66TV

S6TY
61D

2610

06TV

R LDWIDE

881D

S81N
%810
€810

181V

6.1
8.1
LLTD
9.1

V.10

CTL1D

851N

%S1D

(41 %5]
TS1D
0S8TD
671V
8%1D

SY1D

YEVID
€¥1D

O

PROTEIN DATA BANK

W



4VrY

wwPDB X-ray Structure Validation Summary Report

Page 45

HTLTD
DTLTD
d1.20
arsen
arled

viLey

81TV

712D

(454

20€d
T0€D

662V

L

2620

L

8820

G820

€82V
(414 4

082D
6,20
.29

IglLen
HTL2D
DTLTO

azc.Led

AT.lZn

MTLZD

N1.2H

STLZD

(8] 9X43]

0T.Z0

T8€D

6.LED
8.LE0

9.€0
SLED

€LEN

TLeY
0.L€D
99€D

79€d

ge9€d
VEoEV
£9€D

1
i

8¥€d
LYEV

Svev
7ved

L

ovev
6EEN

H-

TEEY

8zeNn

L

{4434

ozey

L1€D
91€0
ST€D

85%D

eidl

[4ci0)

0S¥D
677V

9%¥d
Sv¥D
i)
evvY
[4474)
15747418

9€VD
SEVD
vEVN

CEVY
TEYN
0EYD

81¥%D

91%D

(4544

(570]

LO¥D

68€D

L8N

S8€0
v8en

805D
LOSV
905D

987D
987D

€8YY

289D
1890

6L9D

LLSD

7,90

€99D
295N

0950
655D

SS8S80
vssn

0%3d

vesn
€ESD

8590
590

629D
829D

G290

€290

H
3

0299

8190

865D

TELD

LTLY

STLD

€TLD
oLy
TTLD
0zLd
6T.LD
8TLY

STLD

90.LY
SOLY

TOLD
004D

1690

S69D

2690
1690

689V

S89V
789D

289D
789D

S.L9V
v.,9D

990

299D
7990

S6.LD

€6.LY

8.0

081D

8LLD
LLLY

€LL0

0LLD
69.D

9.0

994D
YoLY
€9.D

ToLY

95.0

5.0

SELY
vELY
€ELD

858N

SG68D

818D

€180

Lo8n
908D

708V

20o8Y

86.D
161D
96.0

2660

066V

1869
9860
$860

€86V

086Y

976D

%60

06D

8€6D

F

€69

2E6D

0€60

60TTD
@® 80T1n

@® €S01D

0S0TV

SYOTV

0%01D

LEOTD

7€0TD

CEOTY
TEOTD
0€0TD
620TY
8201V

92010

495

i

0201V

|
B

9701

S9TTN
¥9T1D
€9TTD
29T1D
T9TTD

8SGT1D

€STTD

TST1D
0STTD
6%T1D

LYT1D
9%T1ID
SY110
14445
EVITV

(474291
Wi
0%T1D
B6ETTD
8ETTD

9€TTD

CETTY
TETTD

L

9TV
SCTTD
17435
€CT1D
[449%)
TCT1D

H

L1T1D

TITTV

i4z49)

9ETTH
SETTD
vecin

62219
82C1H
1221H

SCTTD
744

12210
ozety
611D
81CID

4549414

[4%4 %]

60219
80210

66TTA
86710

S6TTH

€6TTD

1811
98T1D
S8TTD

2811V

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



4VrY

wwPDB X-ray Structure Validation Summary Report

Page 46

LOETY

SOETD

€0ETD

66C1D

L6210

£€621D
26210
621D
06210

L8TTV

G8CTD
v8CIV

1821D

6.21D
8LTTV
L.21D

L2tV
V.21V

89CTV

99219

%921
€9210
(47494

09219

8921D

69€TD

LOETY
99€TV

€9€TD

Z9€ETD

LSETN
9GETH

vSeETV
€GETV
cSeTn
TSETD

vPeTd

EVETD

TPETN
overn
BEETD
8EETH

€EETD

TEETY

6EVTY

LEVID

SEVID
YeEVIV
EEVIN

TEVTIN

62%1D
8TV1D
LTV

i

0zyIn
6TVTY
8T%1D

€TVID
CIvIV
TI%10
0T%1D

TO71D
0071
66€TD

96€TN
S6ETV
veern

88€TD

%0510

TOSTD
00STH
66710

68710
88%1D
181D

YL¥10

89%1D
L9¥%1D
99%1D
S9¥TD

SYPIV

4445

[0
17910

LSST1D

bSs1v
€GSTV

TSS1D
0GSTD
67510

LTSTH

SCSTH

€2STNn
02STH
61STD
815TN
LTSTD
9TSTD
STSTD

0TSTD
d60STV

90STD

6€91N
8€9TD
LEITY

€EITD

|

62910

92919

%2910

€T9TD

L091D

091N
T091D
00970

S6STD

LLSTO
9.5TNn

60LT0
80410

€0LTD

(4%
TOLTV

£€6910

6891V
88910

78910
€89T0
28919

08910
6,910

|

S.L9TD

7991V

T991D

65910

T6LTD

88L1D

G8LTV
v8LIV
€8LTYV
Z8LID

08LTV

8LL10
LLL10
9LLTD

YLLID

CTLLTD

L

89.10

SG9LTD

98410

TSL10

H

V.VL1D

9%.L1D

0%L1D

TCLID
0zLTn
6TLTD

PILID
€TI0
CTLID
TTL1D
0TLID

L5819
9581
SS81D
7581V
€581V
28810
TS88TN

8¥8TV

L

¥¥810

@ €161V

LEBTD
9€81D
SE8TH
ves1n
€€8TN
2E8TD
TEBTD

8281
L2810

281D

TC8TY

81810
L1819
9181
ST8TV
71810

18TV

0T8TV
6081V
80810

70810
€081V

TE6TN

6261D

LT6TY

[ ]
@ 8I6TV

9161V
ST6TN0

11670

[ ]

@® 60610

@® 80610
L0619
90619

S68TD

T68TD
16810
0681V

18810
98810

7881V

881D

98TV
99810
G98TD

€981D
29810
T9819D

6981V

06610

9861V
861D
861D

08619

TLETY

L9610
9961V

85610
LS61D
95610

2S6TYV

086719
6%61D
8%61D
L%61D

L

07610

LEGTY
9€6TV
SE6TH

€E6TD
CTEBTY

1902
99020
$9020
79020

[424

0902V
6502V

LS0CY

7302V

25029
1902V

8%02D

S7020
790D

0%02D

8€0ZD

veozn

2€0TH

6202H

1,202

12020

6702V

91020
ST0TY
45441

6002D
8002D

coten
TOTZD

66020
86020

96020

7602D

26020

06029

18029
9802n
§802D
%8020
€8029
2802V

08029

8L0TD

s

v.Lozn

0€TTd

6222

862CV

S§622D

vceed
€22TH

)

Leten
96120

v612D

® 68120
@ 8812

9812

7812
€812

06229

882CY

982TY
§822D
822D

8¢eH

992eY

29zen

692D

9522

T82TH

O

R LDWIDE
PROTEIN DATA BANK

W



4VrY

wwPDB X-ray Structure Validation Summary Report

Page 47

85€TD
Lsezn
95€TD
isiorae)
75€TD

cseey
TSETH

@ _8vezn
°

S¥€CH
vveen
E€¥€Td

0%€2D

8EETD
LEETD

TEETD

8zeTy
Leeay
9CETD

4434

ceeey
T2ETH

L1€2D
91€2D
ST€TD
v1€20
€T€TD
zreen

[ ]
® O01€ey

90€TD

€0€TD

TOETD

6622

{4749
€cven

61ven
157414

91%20
STH2D

80%2N

4%%4Y

T0%2n

96€CD

£6€TY

T6€CH

68€CD

98€TO
S8ETO

ik
3

T8€TD
08€TO

9Lecy
SLETD

€LETD

T.LETH

99€TY
S9€TD

€9€TO

062D

S8%CH

€8%20
28%2H

08%20
6.%2D

L]
® €.l¥en
TLYTH

0.%2H

L9%20
99%20

zoven

98%2D
S92
¥9%2H
a4
2Sved
TSveV

(574740

LY¥TD

€¥%20

8even
LEYTN

Sevey
vevey

125441

8¢¥%TH

El474

6%52H

T¥SeY

6€392D
8€492D
Lesen
9€52D

veSTY

CESTH

0€STY

8zcsen
1,2STo
9252

€282

L1520
9152
S1S20

071520

80529
L0520
9052n
S0S2D

€082y
2082
10520

66720

91920

7192V

(45149

L1652
9652n
S65CD
76520
€652n
26SCD

0652V
689CY

1,882V

98920
892N
€892
1425143

08s2n

8152

€L52D

89520

LSSTD

§§52n

68920

8.L920

€.92D
TL92D

3

S992V

£992n
Nmmmo
67920
8¥92D

¥¥92H

2%9TH

il
3

zegey
1€92H
0€92D
6292V

L
i

9vLen

42x4)

(47 2kés)
TvLey
[U2k4 )
6€.L20
8ELTV

it

TELTD
TE€LTD
0€L2D

kX))

veLTd
€2LTD
[49k43)

L1.2D

0TL2D

7692

16920

91820

71820

[4%:143)

T182H

0182V

70820

76,20

88L2D

€LL2D
¢LLED
TLLTD

69.2D
89,20

99.2D
99.L2V

€9.2D

09,20

988D
882N
€882V
88TV

8.82n
1,829
91829

€82V
TL82H
1,820
0,820
6982
898CV

9982n
§982n
79820
€982D
982D
1982H

95820
948820
¥4982H

0882V
67820
8%8¢H
L¥82n
9¥82D

€¥82D
¢¥8ed
%820
owMNo
LE8TD
9€82N
GE8TY

® €€82D

® .682Zn
T€8CH ® 96820

62820

12820

1 16829
€8Ty
228D 88820
18820
028y 98825

e Molecule 32

5S ribosomal RNA

26%

© o
< 0
< 3

48%

20%

3%

Chain BB
:

09D
63V

19D

o0
<l‘
o

8€D
LED
9€D

€0
0€D

14

61D

T

ST1D

T11D

601D

00TV
66D
86D

960
S60

€80
[4:p)

08n
6.0

TLD
0LD
69D

19D

N
™
P
=
=
O
@
=
o
[ee =
°

5S ribosomal RNA

27%

52%

-
o
o

18%

S
)

Chain DB

® 090
® 68V
® 8SsY

SSN

79D
08D

8y

€70

1571

8€D
LED
9€D
SEN

el

820

® 9av

44

14

61D
81D
L1D

vin

[4%]
110
01D

69

[49)

R LDWIDE

O

PROTEIN DATA BANK

W



4VrY

wwPDB X-ray Structure Validation Summary Report

Page 48

® 8T1D
L11D

TT1D

601D
801N

901D
® SOty
votn
€0TD

00TV
669D
869

S$60
760

260

689

189
989

€80
289

0sn
6.0
8LV

3

vi0
eLY

LD

69D

199
99V

€99

e Molecule 33

—
©
o

508 ribosomal protein L2

17%

54%

26%

%
i

Chain BD

194

LETd
9€TI

et
€ETT
CETd

0ETY

8CTH

S¢TI
6TTV
8TTA
LITA

ETTA

TTT1

60TQ
80Td

Y0TA

ot
1072

96H

€6V
261

98d
S8a
784
€84

0LM
694

S0CA
0TI
€0CN

1

86TN
L6TD
96TA

€6TA

T61V
06TA

88TH

98TH
G8TA

81T
1814

6.L1S
8.1d
LLTT

SLTT
YL11

CTLIA

6914

191D

+

2918
T9TL

Sl

LTy

508 ribosomal protein L2

e Molecule 33

%
i

.
~
©
12

€94
(428

09y
633
8SH

18%

AL
€94

TSA
051

874

49%

O O mmO
0o
gg 22

n
o
X

Sy
)
.>

ogd
62d

0za

8TA
LTL

30%

M ¢ w ©0
=]
Iﬂ:ﬂ:u«:

T1d

Chain DD:

o o
Q K~
In:s

9€TI

€ETT

0ETY

821D

SCTI

6TV
8TTA
LITA

60TQ
80Td

Y0TA

20Tx
T0Td

660
86A
L6A
96H

€6V
261

98d
S8a
78k
€8d
281
8V
08Y

8L
LLV
9.d

80T)
02D
90271
S0TA
0TI

86TN
161D
96TA

€6TA

16TV

8814

98TH
S8TA

2811
17814

6L1S

LLTT

SLTT
VLTI

TLIK

6914

L91D

S9TI

291s
T9TL

85TV

98TV

TSI

etdi]
0SZM
6¥cd
8¥%CS

9ved
S¥ed

£%2H

Tved
ovey

9€TH
S€Td
4
E€ECH

TE€CH

8¢etd
LTTN

508 ribosomal protein L3

e Molecule 34

3%

21%

46%

e

29%

Chain BE

€4d

o
0
=1

671
ki)
LYA
Eidl
SPL

o <
<l‘-<l‘
%3} >

8€L

-
o
o

-
N
o

= ~
I ]
= A

()
-
-

e LI

428

TR
(%]
6A
8%

€D

O

R LDWIDE
PROTEIN DATA BANK

W



4VrY

74234

(435

011D
601X

901D
SOTL

€07Q
2oTA
T0TH
00Ta

L6
964
S61

T6L

N~ D
0 0
I"‘JIQI

w0
[}
=

wwPDB X-ray Structure Validation Summary Report

[}
oo}
=]

T8I
084

€L4

Page 49

S6T1

CBIN

681d

® 981D

€811

6.14

9L71

vL1Q

TL14
0411

89TH
L9TA

9GTH

€810
[4]5')

6714

LY1d

SHTI

EVIN
(4745
15428

8€Td
LETH

508 ribosomal protein L3

e Molecule 34

21%

o
0
=

47%

© N 0O mT

28%

5%

Chain DE

29d

6SA

e ©¥sb

089
671

©
<
o

LYA
Eidl

-
o
o

o)
N
o

121

ScA
VoL

=
N
I>I

614

e LI

48
e1d

TR
01D

8%
LA

€D

N
E4

8CTs
[4q XS

T2IN
0ZTM

4331

261

680d

183

0 ©
0 ©
=

» O 5y
N © © 0
/o R

YLd
€L4

oLV
@ 694

S9D

TBIN

68Td

981D

€811

08TN

*

9L11

v.i1a
ELTA

TL14
0LTT

89TH

S9TA

€973

Ly1d

SHIA

EVIN
(445
157458

8€Td
LETH

SETH

e Molecule 35

€ETA
CETH

0ETH

T02L

6674

S6TT

508 ribosomal protein 1.4

17%

©
v}
<

47%

34%

7%
(N N )

—
-
=

Chain BF

€93
{418

098
6GA

964

® o}
Lo e}
IHIO

—
Lo
=

+

53728

1
ovd
6EM
8€Y
LEA
9EA

vem
eel
[4°31

oed
62N
8C1

oTy

(X X )
10
[
o,

[
-
S
<

m-l\m
5 5&

[ ]
=
=

LETA

SETA
® ¥ETD

CETA

6214
® 871V

9CTA
SCT1

€eT1
{2458

6114

L1748

CTTH

0TTT

801X

—
)
(]

064

989

T8d
08vY

9D
SLH

€LV

0LL

8934

S0TH

€020

TOTA

66TM
86TV

S61a
V6T

(4391
16T

8814
L8TA

S81Q
128

081D

8.L1d

Ty
15454

6ETd
8€TH

50S ribosomal protein L4

e Molecule 35

16%

46%

35%

6%

Chain DF

894

S9M
79I
€94

N
Q
=

D
el
>

85V

954
G99

€51

151

8CI

oV

919

=
wn © -

3¢}
H

-
=

R LDWIDE

O

PROTEIN DATA BANK

W



AVTY

wwPDB X-ray Structure Validation Summary Report

Page 50

€0TX
20td
T0TT

96d
S64
¥6d
€63

16D
064

88A

98D
§8D

18d
08Y

S.H

€LV

0LL

S0TH

€020

T0CA

@ 66TM
86TV

S6Ta
Y6TH

(4398
1674

88TH
L8TA

S81Q

081D

8.L1d

ELTA
CTLIM

0471
691N

LOTV
99TV

€9TA
29Tl
1914

L

LSTA

¥STA

Al

{4498
15444

6ETd

508 ribosomal protein L5

e Molecule 36

27%

14%

57%

27%

Chain BG

[

0
0
(=]

000
E:

8vHd

T

[
=
S
=

0zI
611
814

STA

e1d

— N
2 g
ESES

(051

SeTd
¥cis
€TIN

82TY
121D
9z1a

508 ribosomal protein L5

e Molecule 36

35%

16%

55%

27%

Chain DG

w ©
->¢.

ToV
091
654
8sb
LSV
9SGV

¥sa
€461

1S4

e 8¥H

i
i
o

[
o
B
[

15)]

07N

~
™
=

zed
TEA
ogd

611

o ovE
e
o

TTA
0T)

z6A
164
0671
68D

83

® °
< W © 0 ;O
EENENN
Al o
JZ ENEENE | T[SV A4
. 11%

16%

€97V
2911

@ 8STV

37%

@ 9S1a

2§11

67TA

428

14498
€713

31%

508 ribosomal protein L6

2%
B

8CTH
® LlT1d
921a

weis
€CIN

e Molecule 37

Chain BH

791

T9H

654
894

EVA

ova

o o
N @
II‘L = II

LTH

€cH
[44))

ogy
6TA

LTA
918
STA

(0458

LETA

SETD

€ETA
CETY

6CTL

1214

ST
vera

(4428

3

9114

¢1id
TITH

90TL

66A

164

764
£69D

881
1871
984
83

184

TSTI

8YTI
LVIN

A
i411]
[44%]
TvIA

O

R LDWIDE
PROTEIN DATA BANK

W



4VrY

wwPDB X-ray Structure Validation Summary Report

Page 51

508 ribosomal protein L6

e Molecule 37

18%

11%

15%

o) )
N Ny
= =

39%

31%

Chain DH

o o
N M
ID‘MI

© ~ ® o
- - =
n > =<

o000
v
0
=

<
0
o

T9H

694

2SA
TS
0SA

€VA

ova

8€S
LEA

SEA
ved
€e1

]
o
=}

LeH

STA

6CTL

xqxs

STTA
ve1a

eIl

3

91Td
STTA

2¢1id
TTTH

90TL

2otV

66A

508 ribosomal protein 1.9

764
£6D

[
-~
fos
5

6LA

TLN
ELY

e Molecule 38

694
891

99D
S9H

69TA

S9TV
2198
€9TX
{42128

TSTI

® 8¥II
LYIN

YyIA
i)
(445
15478
(07458

20%

® N~ o
[t} 9 ©
lqlqum

52%

24%

8%

Chain BI

[
) ~
© Q
I<.E

1948

0S5y
(941

44!

07l

8€T

0 ©
M M n
I»—l<>

ced

6CA

oTd
61
8d

o~
I._.".'J

¥I

62TL
8211

9CTX
et
4%
€211

® TT1d

611d

9111
STTY
VI

(4258

0T1a

80TL

901D
SOTH

€0TH

g6

T6A

[ ]
06D
684

i

508 ribosomal protein L9

15458
(0498

LETd

e Molecule 38

SETH

TETH
0ETA

X
(=]
N
X
[52]
Yol
X
o S
Y B
g
a
=
o
<
-~
S

€9V

o0 o
o
0
<

£S5V

0S4
(544
8vd

SPY
91

wa
(AN
B6EV
8€1
® LEA

SET

€Y
ced

6CA
8TN

SCA
144
€2d

Teca
oza
6TA

L10
919

v1d

[28

¥Z1d
® €C11

@ TTIA

611d

9111

YITT

(432}

0T1a

80T.L

901D
SOTH

€0TH

664
86V

S
ey
® €61
® T6A
]

069
684

ida

50S ribosomal protein L13

157451
® 0711

LETd

SeTd

e Molecule 39

3%

23%

49%

26%

o w0 N~ 00
o — — o
- = = A<

Chain BN

(427N
798

654

9SN

YSA

3

LYY

Ten

o
N
o

~
£

9d

O

R LDWIDE
PROTEIN DATA BANK

W



Page 52 wwPDB X-ray Structure Validation Summary Report

4VrY

[ ] [ ] ®
o o ©0 oo - NS o $ O~ 09D ~ o < W0
D AN — n © 0 OO - N M 0 © N~ o o o o o OoOm— — — AN N SEAESES] ™ ™M M oM
© ~ 0 © © 0NN DD [N - = = - = = o e - o = oA
o > (3] oA HX =A< [ (S ==] = = [ AT X Lol [S === =% o (==Y

e Molecule 39: 508 ribosomal protein L.13

2%

. n
Chain DN: 28% 47% 23% .

[ ]
o w N~ 0 o - N < O N~ 00O N M W Ommd O - N~ o~ < © — N
- N m wn ~ o - - o N NN oN N NANANm m M | oM e < w w w © ©
[ ] ()
o (32305 Yo (e} — N < o0 ¢ O N~ 0 D — oM < W
N~ D N ~ — n © oel o = N m 0 © N~ o o O O O Omm— AN SEAESES] 2] ™ M O
© © ~ N~ o] 0 © [e) [N I} [N W) — oo - — — — o — o
I-—"IG’ %.U.U oA m =A< [P = - [ 0-~] - U= A o~ o< A AT A (=2 o,
e Molecule 40: 50S ribosomal protein L14
. s
Chaln BO: 34% 50% 15% .
< © o] ©O N~ [ el (] O-HANM W O 0 o O N <o <N Mm © 0 o O
- <+ © 0 O — — — a N amm o0 RS SN <+ w0 w [Te) © © © © © © © N~
= =% |2l | B < £ X O = < X < a0 > XE< [N = = < >>> 3 oA X
oN <+ W0 O N~ wn ~NOOOO AN
~ W ~ o oM S © o O o < i~ O pmO o O O oo ~ - - ANNN
[y N~ N~ © © 0 00 0 0 O [+ (=) [N — oo - o o o
e Molecule 40: 50S ribosomal protein L14
. S
Chain DO: 39% 44% 16% .
M AN OMN L HE B EREREEE] B H B el B
= [ = = | < = < £ £ < ><m>::§<: a 3] = =l <>>> B = ~
N 0 O N~ 0 w M~ OOoO AN
wn ~ o oM © D O N < - O mmO o O OO ~ - - -ANNN
N~ ~ 59 0 0 0 [ 0 O [} o o O - o — oo
VlIHID =<<IHIZD‘ILIJIR! ~m > = (SIS - - o< aE > A
e Molecule 41: 508 ribosomal protein L15
7%
: I
Chain BP: 15% 33% 35% % .
— 0 ©O N~
0 ~ - NN
[=] ~ o wn oo
[ ]
Te 0 o INEe
© o N M w o0 < © o ~ o o NN
© N~ N~ ~ 0 0 — bl hs] oo
o (=2 a T =] == i - (3] < A X

WO RLDWIDE

eP

PROTEIN DATA BANK



AVTY

wwPDB X-ray Structure Validation Summary Report

Page 53

e Molecule 41: 508 ribosomal protein L15

15%

31%

37%

[re)
N
0w

10%
15%

Chain DP

o
n
Iﬁl

n
[T}
o

©
<
2%

©
NS
4

€7D
7S

< [}
[} ™
(& o

o
®
B

LcH
9TH

14:

—
-
o

I-B
I

[T}
[=]

a5
® €211
2cTd

0TV
o 6174 |
® 8T1D
e L11d

ETTA

11748

SOTT
701D

661

L6d

e 263
@ 164

180
984

78N
€8A

180

9.4
S.I
2k

cLd

0Ld

999

e Molecule 42: 508 ribosomal protein L.16

6%

16%

51%

28%

Chain BQ

891

S94
791

299

3

SGSA

TSy

LYI
9V

evL
(428
M

6€d
8€d
LET

ve1

3

624
8ey
L2A
9CA

® ¥d
® €D

(4

8T
411

19
714

[44]
11

LW

@ 6€1d

@ SEid

mmﬁz
0ETH
6CTL
8CTH

SCT1
{7458

8TTT
LTTY
9T1d

2244

0TTL

801D
LOTV

S0Td
¥0Td
E0TH

T0TH
001D
66d

L6A

e T¥Id
® 071V

e Molecule 42: 508 ribosomal protein L16

79I

. 8Gd

SSGA

€3GV

17%

T4
0sv

L¥1
b

€7l

TPM

6€d
8€d
LET

53%

ve1

Ted

624
8Ty
LTA
9Tk

® €TD

(4

8T
LT1

STD
ja%:!

25%

(44}
T

6%

LW

Chain DQ:

SLL

€.d

0Ld
694

S94

:
e Molecule 43: 508 ribosomal protein L17

e 071V
@ 6€1d

SETA

14%

53%

28%

Chain BR

D E

O R

L DWI
PROTEIN DATA BANK

W



Page 54

wwPDB X-ray Structure Validation Summary Report

4VrY

[3] O N~ O A A — NN a NN 2(‘) [ N < < 0w w w [Tel © Q9 ©
== n v MAdz=zxMTDononme < > o< X — =] HE>A X< =] = = H T << [=) S Mo
o - o0 O~ 09 ~ < ©
el oN ©O N~ 0 < w0 N~ OO OmY © N~ o O O o o O O O ~ ~— —
N~ ~ N~ 0 00 0 0Q 0 N o o O D - — o — — i
e Molecule 43: 50S ribosomal protein L17
2%
Chain DR: 23% 55% 18% .
(] [ ]
O - ANMI W © I~ o —mng wn o oM OO =AM QmEE— N M W (o) - NMm S0
s} ©0 N~ Do -~ N o NN o® M mmnomd & <+ 0w w0 ww [re} © © Y QY ©
== wn v MAdz=zgdZDononze << > o <X - HEBE>AN <X = [ a o= =
o 5} © 0 O — <+ [
o o © N~ 00 s 0 N~ O OO N < © N~ o O O o o o o — — ~
1 a - [=} < Q. > ax o > ~© > Mo < o~ o o < 1 = =
e Molecule 44: 50S ribosomal protein L18
5%
Chaln BS 23% 34% 24% 7% 12%
) [ ]
— o -~ AN [} wn © © ©
o = £ IS - I I /7] 172} 1) X OB
®
lemo-w B .m-
© © © N~ N~ 13} [}
<< o >0 o< X B
e Molecule 44: 50S ribosomal protein L18
21%
Chaln DS. 22% 34% 25% 7% 12%
[ ] ® @ ® @ ® [ ] (N ] [ ] 00000
= R B TR BE Y FREE BEEE o 3
£ M=/, £ Heedm s ~ 0 oH AAMEX HAaA>w0m - o< i
) [ ] 0000
wn
o < © 0 O mmm ¥ o - o0 < D o
©0 O © © © NS [l o O o —
l—'l’dl<|c’> o< O A x> B <
e Molecule 45: 50S ribosomal protein L19
3%
Chain BT: 18% 43% 25% 5% 10%
[ X ] [ ] ®
p=) n © o] — oN o o o0 o o0 < S S S S 0w wWwwLw © ©
= < 4 x = (& 12 = - (&) ~ HoAQ L KO Hx = 29 I:9
(]
. I I I PRI  FUUN PN FUEN N
n © ool o o~ 0 o0 < w0 © [ - N n © oo O OO OO0 OO O = o o N oA
© © © ~ ~ N~ © 00 0 © a0 aQ o oo A A — o o — — -
x> > - =4 - oxH = ~ O /Mo B HnHM=E a0 Mo Mo < AQm ~ (==

A126
A130
A131

WO RLDWIDE

eP

PROTEIN DATA BANK



4VrY

wwPDB X-ray Structure Validation Summary Report

Page 55

e Molecule 45: 508 ribosomal protein L.19

10%

22%

47%

18%

8%

Chain DT:

~ [} M wo
[} gﬂ‘ & & S S
o |2 HoAQ K|

2oL
194

184

SGN
4L

2SI

671

LD

YEA

) 0 ~ o
- N N 2]
-Aiulhl>.

o
-
=

R=) wn o~ 0
= < A H X

o000
o
e
[

e Molecule 46: 508 ribosomal protein 120

20%

43%

0 0 O mm o o o © N~ 0 O
Mo F A ﬂ‘g 2l 0 O 1) ©
B > == (==

36%

2%

Chain BU: ™

*

S9I

291

091

9eY

53380853
..152:/::4 2&

YCA

(44}

)
—
B3

43:

- N
—
oo

+

(U5

e LITD

06A

189

08I

8LL

SLN

e Molecule 46: 50S ribosomal protein L20

5%

Chain DU: -

*

19%

44%

35%

0.4
690

S91

291

091
6354
894
184
94a

€94

0S4
6VH

PAZS

6€T
8€L

9EY

vex
€ed

0ex
628

121

LT1

STH
YTH

[4x:!

—
—
=4

0Ty

)
=

LTT0

3

€TTV

0TTA

9014
SOTA
7010
€0Td
20Td

00TA

3

96V

b w0
oD O
.z'-"

06A

18D

e Molecule 47: 508 ribosomal protein L21

81

T8H
08I

8LL

SLN

7%

39%

41%

9%
14%

Chain BV:

TOA

65V

® €53

6L
8D
o v

e 97A

eva
(474

6€T
8€T

9€d

L
i

cel

62d

Se1
j£9:)

{44\

164

761
€64

L8H

S8d
784

T84

® G4

e Molecule 47: 508 ribosomal protein L21

199

€90

8%

39%

38%

11%
16%

Chain DV:

TOA

65V

® €S

6L
8D
o v

® 97A

£va
(474

8€T

9€d

L

zel

62d

se1
j49:)

{44\

021

L1D

STd
PIA

e <CIX

0T)

89
L1

® SA
VI

D E

O

R L DWI
PROTEIN DATA BANK

W



4VrY

wwPDB X-ray Structure Validation Summary Report

Page 56

1634

761
€64

S84
78d

T84

B6LA

*

SL4

e Molecule 48: 508 ribosomal protein .22

199

3]
©
o

20%

h N~
0 w0
<< =

40%

40%

Chain BW:

VoW

C9H

[4sic
19T

8y

ovd

(44
wa
O%N

8EA
LY
9€1
SE€I
veN

Ted

8T8

+

498

TCA

814

o ~
N gm — -~
Mo > H wn =

8.3

€LY

0LA
691

e Molecule 48: 50S ribosomal protein 122

16%

49%

0 © I~ 0 o - 3:
®mmmnom SN
Ho o > =X m <

34%

%

Chain DW: .

wn «Q o

C9H

8GV
LSN

SV

[4:c

—
)
)

il

©
<
12

()
]
~

-
0
I"JI

621

©
N
0

+

¥ZI

8Ty
LTA

¥1d
€18
(428

7011
€0TI
COTH

664
863
163
961
S6I
v6a
€6V
c6d

064

~
el
a

784
€8
281

9LA
SLA
YLy
€LV

TLA
0LA
691

i

e Molecule 49: 508 ribosomal protein 1.23

9%

24%

48%

16%

4%

Chain BX:

8GH

SGN

€9
2SA

—
)
=

671
8
Lvd

vva
EVA
(a4
TYN

6EL

zed
TEH

62M

9CA

€ca

N M
© 0
o>

124
0Zd

8TA
LTV

STH

o - o
N oA
H A< >

M < 10
o >

N M 0 O O
© © © © © N~
MoX X [

[
o 0
-'-”‘].

0
g
A

081

)
~
a

e Molecule 49: 508 ribosomal protein 1.23

9%

24%

48%

16%

6%

Chain DX:

8SGH

SSN

€9
2SA

—
)
I>

8v
Lyd

€A
(44
TPN

LN ]
0
o)
&

zed
TEH

62M

9CA

oy

Ted
0Zd

8TA
LTV

STH

261

063

S8d

€8A
z8h

081

S.a
v.d

0LT
694
894

e Molecule 50: 508 ribosomal protein 1.24

vox
€94
{421

S
@
X
I}
X
)
™
S
N~
™
L
i B
g
o—
<
S

® €9

® 191

9Gd

€9d
® ISS
[J

[
-~
10
II:>

$3
< >

ETN

o
®
o,

1e1

-
3]
x

9K

€2H

Tex

613

STA
2%
€TA

o <
I>x-

R LDWIDE

O

PROTEIN DATA BANK

W



4VrY

wwPDB X-ray Structure Validation Summary Report

Page 57

g6
6
€69
TN

o
—
0
IIII[ﬂ

508 ribosomal protein 1.24

16%

o
~
© ©
==

o
0
o

610

YLd
€Ld
TLA

e Molecule 50

0Ls
69V

S9V

8%

5%

36%

36%

o
N
-4

. 14%

Chain DY

®
©
3

[ X )
-~
©
H

~
0
=4

STA

EVN

el
ova

SEA

©
I3
x

9y

e
0CA

STA
2%
€T

o
o<
EN

[

o
o
=

8834
L84

< w0
®Q ©
~ >

[}
0
II|IIII i

®
o
~
O

o O N M <
25';;5
e Molecule 51

508 ribosomal protein 125

14%

©
0
II:> III-

13%

46%

25%

5%

Chain BZ

197

€90
29d
191

YSH

zss
TSV

674
84
LYA

472
evd
(47
w1
ova
6EA

oo}
[l
II>‘

9eN

€e1

6CA

© 0
N o
UIE

0 O O
0 00 O
2N

L1V
91s
S1d
142!
e1d
{45

oty
64
84

664
861
169

-
=)
=}

€8d

84
084

© I~
N~
aa

NS
~
=

TLA
0.1
69L

508 ribosomal protein L25

e Molecule 51

%

<

—

.

=

<

—

S

©o

<

X

©

N
EY
o
—

mmw

=

o=

o]

S

€9a

191

9GA

[
¥SH

~
(2]
Hm

125!

L1771

V11D

011D
60TV

901D

[40) %

00TA
664
86N

-
(=}
=]

06A

© 0
0 0
[

=&
2@ &

g

© I~
N~
aa

TLA

O

R LDWIDE
PROTEIN DATA BANK

W



Page 58 wwPDB X-ray Structure Validation Summary Report AVTY

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 210.22A  450.25A  623.81A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 49.80 - 3.00 Depositor
Resolution (4) 4980 — 3.00 EDS
% Data completeness (Not available) (49.80-3.00) Depositor
(in resolution range) 88.7 (49.80-3.00) EDS
Rinerge 0.24 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.09 (at 3.01A) Xtriage
Refinement program Phenix Depositor
R R 0.235 , 0.269 Depositor
7 Phfree 0.235 , 0.268 DCC
Rree test set 51892 reflections (5.28%) DCC
Wilson B-factor (A?) 73.9 Xtriage
Anisotropy 0.352 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.25,92.4 EDS
L-test for twinning? <I|L|>=043, < L?*>=1025| Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.89 EDS
Total number of atoms 278000 wwPDB-VP
Average B, all atoms (A?) 101.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.49% of the height of the origin peak. No significant pseudotranslation is detected.

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

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: K,
ZN, 71T, MG

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

. Bond lengths Bond angles
Mol | Chain | py/q7 47| >5 RMSZ 4 Z| >5
1 AA 0.51 0/36190 0.87 34/56486 (0.1%)
1 CA 0.50 0/36190 0.88 40/56486 (0.1%)
2 AB 0.29 0/1936 0.51 0/2611
2 CB 0.29 0/1936 0.50 0/2611
3 AC 0.27 0/1637 0.45 0/2207
3 CC 0.27 0/1637 0.45 0/2207
4 AD 0.34 0/1733 0.52 0/2318
4 CD 0.34 0/1733 0.53 0/2318
5 AE 0.34 0/1163 0.55 0/1566
5 CE 0.34 0/1163 0.55 0/1566
6 AF 0.35 0/856 0.54 0/1154
6 CF 0.36 0/856 0.54 0/1154
7 AG 0.25 0/1276 0.44 0/1709
7 CG 0.26 0/1276 0.44 0/1709
8 AH 0.34 0/1136 0.55 0/1527
8 CH 0.33 0/1136 0.54 0/1527
9 Al 0.27 0/1028 0.44 0/1375
9 CI 0.27 0/1028 0.44 0/1375
10 AlJ 0.29 0/808 0.48 0/1087
10 CJ 0.29 0/808 0.48 0/1087
11 AK 0.32 0/900 0.52 0/1213
11 CK 0.32 0/900 0.52 0/1213
12 AL 0.38 0/987 0.61 1/1322 (0.1%)
12 CL 0.39 0/987 0.62 0/1322
13 AM 0.26 0/928 0.47 0/1238
13 CM 0.27 0/928 0.47 0/1238
14 AN 0.27 0/501 0.45 0/664
14 CN 0.28 0/501 0.44 0/664
15 AO 0.35 0/745 0.56 0/992
15 CO 0.33 0/745 0.56 0/992
16 AP 0.33 0/717 0.55 0/965
16 CPp 0.33 0/717 0.55 0/965
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
17 AQ 0.33 0/837 0.57 0/1119
17 CQ 0.34 0/837 0.56 0/1119
18 AR 0.35 0/579 0.57 0/768
18 CR 0.37 0/579 0.57 0/768
19 AS 0.28 0/643 0.46 0/867
19 CS 0.28 0/643 0.46 0/867
20 AT 0.34 0/765 0.56 0/1007
20 CT 0.34 0/765 0.55 0/1007
21 AU 0.27 0/213 0.43 0/279
21 CU 0.28 0/213 0.43 0/279
22 BO 0.58 0/658 0.76 1/878 (0.1%)
22 DO 0.52 0/658 0.74 0/878
23 B1 0.74 0/700 0.98 0/931
23 D1 0.65 0/700 0.95 1/931 (0.1%)
24 B2 0.68 0/423 0.92 0/560
24 D2 0.59 0/423 0.89 0/560
25 B3 0.62 0/473 0.71 0/636
25 D3 0.47 0/473 0.69 0/636
26 B4 0.31 0/156 0.59 0/215
26 D4 0.33 0/156 0.57 0/215
27 B5 0.86 1/473 (0.2%) 1.17 2/639 (0.3%)
27 D5 0.74 0/473 1.07 2/639 (0.3%)
28 B6 0.86 1/387 (0.3%) 1.05 2/517 (0.4%)
28 D6 0.70 0/387 0.97 1/517 (0.2%)
29 B7 0.65 0/427 0.79 0/563
29 D7 0.59 0/427 0.78 0/563
30 B8 0.76 0/516 1.08 3/681 (0.4%)
30 D8 0.64 0/516 1.02 3/681 (0.4%)
31 BA 1.11 98/65745 (0.1%) 1.45 | 1072/102639 (1.0%)
31 DA 0.84 36/65745 (0.1%) 1.38 | 904/102639 (0.9%)
32 BB 0.87 0/2853 1.26 29/4451 (0.7%)
32 DB 0.69 0/2853 1.18 27/4451 (0.6%)
33 BD 0.61 0/2155 0.82 1/2907 (0.0%)
33 DD 0.56 0/2155 0.80 1/2907 (0.0%)
34 BE 0.64 0/1597 0.82 2/2155 (0.1%)
34 DE 0.57 0/1597 0.80 0/2155
35 BF 0.63 1/1659 (0.1%) 0.77 0/2246
35 DF 0.53 0/1659 0.75 2/2246 (0.1%)
36 BG 0.33 0/1498 0.55 0/2013
36 DG 0.31 0/1498 0.53 0/2013
37 BH 0.64 0/1246 0.77 0/1684
37 DH 0.47 0/1246 0.70 0/1684
38 BI 0.39 0/1147 0.64 0/1553
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
38 | DI | 0.8 0/1147 0.63 0/1553
30 | BN | 0.70 0/1132 0.88 1/1527 (0.1%)
30 | DN | 0.4 0/1132 0.79 0/1527
10 | BO | 057 0,943 0.71 0,/1269
10 | DO | 050 0,943 0.69 0/1269
i1 | BP | 072 1/1131 (0.1%) 1.03 4/1504 (0.3%)
i1 | DP | 063 0/1131 0.95 4/1504 (0.3%)
2 | BQ | 065 0/1100 0.84 1/1470 (0.1%)
2 | DQ | 058 0/1100 0.80 0/1470
43 | BR | 063 0/974 0.91 471302 (0.3%)
43 | DR | 0.56 0/974 0.87 3/1302 (0.2%)
4 | BS | 056 0/779 0.83 0/1038
4 | DS | 049 0,779 0.78 0/1038
5 | BT | 058 0/1114 0.83 1/1488 (0.1%)
5 | DT | 053 0/1114 0.80 0,/1488
16 | BU | 071 0/975 0.77 0/1297
46 | DU | 059 0/975 0.71 0/1297
47 | BV | 0.76 0,789 0.96 1/1054 (0.1%)
7 | DV | 058 0,789 0.89 1/1054 (0.1%)
48 | BW | 067 0/907 0.84 0/1216
8 | DW | 058 0/907 0.79 0/1216
19 | BX | 074 0,740 0.99 3/995 (0.3%)
19 | DX | 064 0,740 0.90 27995 (0.2%)
50 | BY | 0.67 1/789 (0.1%) 0.88 1/1053 (0.1%)
50 | DY | 0.56 0,789 0.82 1/1053 (0.1%)
51 | BZ | 0.6 0,/1436 0.64 2/1951 (0.1%)
51 | DZ | 0.40 0,/1436 0.62 2/1951 (0.1%)
All | ALl | 0.75 |139/301000 (0.0%) | 1.13 | 2159/449812 (0.5%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
23 B1 0 1
23 D1 0 1
24 B2 0 3
24 D2 0 1
27 B5 0 1
27 D5 0 1
31 BA 21 0

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

Mol | Chain | #Chirality outliers | #Planarity outliers
31 DA 21 0
33 BD 0 2
33 DD 0 2
34 BE 0 2
34 DE 0 2
35 BF 0 1
37 BH 0 2
37 DH 0 2
41 BP 0 5
41 DP 0 4
42 BQ 0 1
42 DQ 0 1
43 BR 0 1
43 DR 0 1
44 BS 0 1
44 DS 0 1
45 BT 0 1
45 DT 0 1
47 BV 0 1
47 DV 0 2
49 BX 0 3
49 DX 0 3
All All 42 47

The worst 5 of 139 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
31 BA 783 A N9-C4 | -12.00 1.30 1.37
31 BA 669 G C4’-C3’ | -11.54 1.40 1.53
31 DA 528 A N9-C4 | -11.40 1.31 1.37
31 BA 2346 A N3-C4 | -10.07 1.28 1.34
31 DA 669 G C4-C3" | -9.54 1.42 1.53

The worst 5 of 2159 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(?)
31 DA 1779 U C5-C6-N1 | -19.83 112.78 122.70
31 DA | 2447 | G | N1-C6-O6 | 16.89 130.03 119.90
31 BA |1779| U C5-C6-N1 | -16.70 114.35 122.70
31 DA 2447 G C5-C6-06 | -16.69 118.58 128.60
31 BA 676 A CH-N7-C8 | -15.75 96.03 103.90

grDRe
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5 of 42 chirality outliers are listed below:

Mol | Chain | Res | Type Atom
31 BA 100 G cr
31 BA 472 A c3’
31 BA 669 G Cc4,C3,C1’
31 BA 945 A Ccr
31 BA 1300 U Cc4,C3",Cl

5 of 47 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
23 B1 30 | VAL | Peptide
24 B2 55 | ARG | Peptide
24 B2 56 | GLN | Peptide
24 B2 o7 ILE | Peptide
27 B5 51 | TYR | 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 32329 0 16318 1409 0
1 CA 32329 0 16318 1381 0
2 AB 1901 0 1951 169 0
2 CB 1901 0 1951 167 0
3 AC 1613 0 1677 116 0
3 CC 1613 0 1677 117 0
4 AD 1703 0 1763 158 0
4 CD 1703 0 1763 160 0
5 AE 1147 0 1207 103 0
) CE 1147 0 1207 107 0
6 AF 843 0 857 80 0
6 CF 843 0 857 86 0
7 AG 1257 0 1296 60 0
7 CG 1257 0 1296 62 0
8 AH 1116 0 1177 83 0
8 CH 1116 0 1177 82 0
9 Al 1011 0 1042 84 0
9 CI 1011 0 1042 85 0

WO RLDWIDE
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
10 AJ 795 0 840 80 0
10 CJ 795 0 840 82 0
11 AK 885 0 904 64 0
11 CK 885 0 904 69 0
12 AL 971 0 1057 104 0
12 CL 971 0 1057 106 0
13 AM 921 0 976 60 0
13 CM 921 0 976 63 0
14 AN 492 0 230 35 0
14 CN 492 0 529 33 0
15 AO 734 0 771 o4 0
15 CcO 734 0 771 26 0
16 AP 701 0 720 88 0
16 CPp 701 0 720 91 0
17 AQ 824 0 891 46 0
17 CQ 824 0 891 49 0
18 AR 074 0 644 63 0
18 CR o974 0 644 64 0
19 AS 630 0 652 40 0
19 CS 630 0 652 34 0
20 AT 763 0 861 78 0
20 CT 763 0 861 75 0
21 AU 209 0 221 11 0
21 CU 209 0 221 11 0
22 BO 650 0 654 67 0
22 DO 650 0 654 64 0
23 B1 693 0 764 143 0
23 D1 693 0 764 144 0
24 B2 421 0 461 119 1
24 D2 421 0 461 125 0
25 B3 468 0 523 37 0
25 D3 468 0 523 56 0
26 B4 157 0 69 12 0
26 D4 157 0 69 12 0
27 B5 459 0 478 82 0
27 D5 459 0 480 85 0
28 B6 381 0 390 96 0
28 D6 381 0 390 92 0
29 B7 419 0 467 37 0
29 D7 419 0 467 38 0
30 B8 508 0 576 156 0
30 D8 508 0 076 144 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
31 BA 58698 0 29590 2392 0
31 DA 58698 0 29591 2578 1
32 BB 2551 0 1295 156 0
32 DB 2551 0 1295 173 0
33 BD 2105 0 2182 336 0
33 DD 2105 0 2182 333 0
34 BE 1564 0 1629 214 0
34 DE 1564 0 1629 213 0
35 BF 1624 0 1677 171 0
35 DF 1624 0 1677 178 0
36 BG 1474 0 1534 149 0
36 DG 1474 0 1534 149 0
37 BH 1223 0 1282 141 0
37 DH 1223 0 1282 129 0
38 BI 1132 0 1218 142 0
38 DI 1132 0 1218 156 0
39 BN 1105 0 1180 184 0
39 DN 1105 0 1180 183 0
40 BO 933 0 996 86 0
40 DO 933 0 996 76 0
41 BP 1114 0 1187 271 0
41 DP 1114 0 1187 260 0
42 BQ 1080 0 1127 157 0
42 DQ 1080 0 1127 162 0
43 BR 960 0 1021 115 0
43 DR 960 0 1021 117 0
44 BS 771 0 832 148 0
44 DS 771 0 832 150 0
45 BT 1100 0 1164 173 0
45 DT 1100 0 1164 166 0
46 BU 958 0 1015 142 0
46 DU 958 0 1015 151 0
47 BV 779 0 851 210 0
47 DV 779 0 851 215 0
48 BW 896 0 953 76 0
48 DW 896 0 953 80 0
49 BX 726 0 778 163 0
49 DX 726 0 778 168 0
20 BY 776 0 870 179 0
50 DY 776 0 870 187 0
o1 BZ 1404 0 1432 140 0
51 DZ 1404 0 1432 139 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
52 AA o1 0 0 0 0
52 BO 1 0 0 0 0
92 B1 1 0 0 0 0
92 B5 2 0 0 0 0
52 B7 1 0 0 0 0
52 BA 349 0 0 0 0
52 BB D 0 0 0 0
52 BD 1 0 0 0 0
92 BE 1 0 0 0 0
92 BF 1 0 0 0 0
52 BP 3 0 0 0 0
52 | BQ 2 0 0 0 0
52 BR 1 0 0 0 0
52 BU 1 0 0 0 0
52 BX 1 0 0 0 0
92 CA 48 0 0 0 0
92 DO 1 0 0 0 0
52 D1 1 0 0 0 0
52 D5 2 0 0 0 0
52 D7 1 0 0 0 0
52 DA 309 0 0 0 0
52 DB 3 0 0 0 0
92 DD 1 0 0 0 0
92 DE 1 0 0 0 0
52 DF 1 0 0 0 0
52 DP 1 0 0 0 0
52 | DQ 1 0 0 0 0
52 DR 1 0 0 0 0
52 DU 1 0 0 0 0
92 DX 1 0 0 0 0
93 AD 1 0 0 0 0
93 AN 1 0 0 0 0
53 CD 1 0 0 0 0
53 CN 1 0 0 0 0
o4 BA 1 0 0 0 0
o4 DA 1 0 0 0 0
95 BA o2 0 72 3 0
95 DA 52 0 72 3 0
All All 278000 0 189246 17418 1

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 37.
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The worst 5 of 17418 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)
42:BQ:81:VAL:O | 42:BQ:82:ARG:HG2 1.13 1.31
42:DQ:81:VAL:O | 42:DQ:82:ARG:HG2 1.25 1.27
41:BP:59:LEU:HA | 41:BP:61:ARG:NH1 1.49 1.25
41:DP:59:LEU:HA | 41:DP:61:ARG:NH1 1.55 1.20
31:DA:2206:G:N2 31:DA:2207:G:HY’ 1.58 1.19

All (1) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
24:B2:12:GLU:CB | 31:DA:306:U:OP1[1_455] 2.15 0.05

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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 233/256 (91%) 178 (76%) 38 (16%) 17 (7%) 1116 |
2 CB 233/256 (91%) 177 (76%) 39 (17%) 17 (7%) 1§16
3 AC 205/239 (86%) 155 (76%) 36 (18%) 14 (7%) 117
3 CcC 205/239 (86%) 155 (76%) 37 (18%) 13 (6%) 1§19
4 AD 206/209 (99%) 138 (67%) 52 (25%) 16 (8%) 1§15
4 CD 206/209 (99%) 137 (66%) 55 (27%) 14 (7%) 117
5 AE 149/162 (92%) 105 (70%) 31 (21%) 13 (9%) 1114
5 CE 149/162 (92%) 103 (69%) 33 (22%) 13 (9%) 1114
6 AF 99/101 (98%) 76 (77%) 15 (15%) 8 (8%) 1§15
6 CF 99/101 (98%) 76 (77%) 14 (14%) 9 (9%) 1114
7 AG 153/156 (98%) 130 (85%) 19 (12%) 4 (3%) 6] 31

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

Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
7 CG 153/156 (98%) 131 (86%) 18 (12%) 4 (3%)
8 AH 136/138 (99%) 98 (72%) 31 (23%) 7 (5%)
8 CH 136/138 (99%) 98 (72%) 31 (23%) 7 (5%)
9 Al 123/128 (96%) 92 (75%) 24 (20%) 7 (6%)
9 CI 123/128 (96%) 94 (76%) 22 (18%) 7 (6%)
10 AlJ 97/105 (92%) 81 (84%) 11 (11%) 5 (5%)
10 CJ 97/105 (92%) 81 (84%) 11 (11%) 5 (5%)
11 AK 117/129 (91%) 87 (74%) 26 (22%) 4 (3%)
11 CK 117/129 (91%) 86 (74%) 27 (23%) 4 (3%)
12 AL 123/135 (91%) 82 (67%) 31 (25%) 10 (8%)
12 CL 123/135 (91%) 83 (68%) 29 (24%) 11 (9%)
13 AM 107/126 (85%) 84 (78%) 17 (16%) 6 (6%)
13 CM 107/126 (85%) 84 (78%) 17 (16%) 6 (6%)
14 AN 58/61 (95%) 45 (78%) 11 (19%) 2 (3%)
14 CN 58/61 (95%) 44 (76%) 12 (21%) 2 (3%)
15 AO 86/89 (97%) 62 (72%) 19 (22%) 5 (6%)
15 CO 86/89 (97%) 61 (71%) 21 (24%) 4 (5%)
16 AP 82/88 (93%) 48 (58%) 27 (33%) 7 (8%)
16 CPp 82/88 (93%) 47 (57%) 29 (35%) 6 (7%)
17 AQ 98/105 (93%) 74 (76%) 18 (18%) 6 (6%)
17 CQ 98/105 (93%) 73 (74%) 19 (19%) 6 (6%)
18 AR 68/88 (77%) 52 (76%) 11 (16%) 5 (7%)
18 CR 68/88 (77%) 51 (75%) 13 (19%) 4 (6%)
19 AS 77/93 (83%) 58 (75%) 13 (17%) 6 (8%)
19 CS 77/93 (83%) 59 (77%) 12 (16%) 6 (8%)
20 AT 97/106 (92%) 69 (71%) 19 (20%) 9 (9%)
20 CT 97/106 (92%) 65 (67%) 23 (24%) 9 (9%)
21 AU 23/27 (85%) 18 (78%) 4 (17%) 1 (4%)
21 CU 23/27 (85%) 18 (78%) 4 (17%) 1 (4%)
22 BO 83/85 (98%) 65 (78%) 14 (17%) 4 (5%)
22 DO 83/85 (98%) 64 (77%) 15 (18%) 4 (5%)

AAAAAAAAAAAAAAA
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Continued from previous page...

Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
23 B1 87/98 (89%) 48 (55%) 17 (20%) 22 (25%) |
23 D1 87/98 (89%) 45 (52%) 19 (22%) 23 (26%)
24 B2 49/72 (68%) 23 (47%) 19 (39%) 7 (14%)
24 D2 49/72 (68%) 23 (47%) 18 (37%) 8 (16%)
25 B3 58/60 (97%) 52 (90%) 4 (7%) 2 (3%)
25 D3 58/60 (97%) 51 (88%) 5 (9%) 2 (3%)
26 B4 30/71 (42%) 5 (17%) 11 (37%) 14 (47%)
26 D4 30/71 (42%) 5 (17%) 10 (33%) 15 (50%)
27 B5 57/60 (95%) 38 (67%) 11 (19%) 8 (14%)
27 D5 57/60 (95%) 36 (63%) 14 (25%) 7 (12%)
28 B6 41/54 (76%) 21 (51%) 6 (15%) 14 (34%)
28 D6 41/54 (76%) 19 (46%) 8 (20%) 14 (34%)
29 B7 47/49 (96%) 41 (87%) 4 (8%) 2 (4%)
29 D7 47/49 (96%) 40 (85%) 4 (8%) 3 (6%)
30 B8 62/65 (95%) 42 (68%) 11 (18%) 9 (14%)
30 D8 62/65 (95%) 41 (66%) 12 (19%) 9 (14%)
33 BD 270/276 (98%) 208 (77%) 45 (17%) 17 (6%)
33 DD 270/276 (98%) 207 (77%) 47 (17%) 16 (6%)
34 BE 203/206 (98%) 138 (68%) 37 (18%) 28 (14%)
34 DE 203/206 (98%) 138 (68%) 38 (19%) 27 (13%)
35 BF 206/210 (98%) 160 (78%) 30 (15%) 16 (8%)
35 DF 206,210 (98%) 156 (76%) 33 (16%) 17 (8%)
36 BG 177/182 (97%) 128 (72%) 35 (20%) 14 (8%)
36 DG 177/182 (97%) 127 (72%) 36 (20%) 14 (8%)
37 BH 158/180 (88%) 92 (58%) 41 (26%) 25 (16%)
37 DH 158/180 (88%) 93 (59%) 39 (25%) 26 (16%)
38 BI 144/148 (97%) 88 (61%) 32 (22%) 24 (17%)
38 DI 144/148 (97%) 87 (60%) 35 (24%) 22 (15%)
39 BN 137/140 (98%) 87 (64%) 32 (23%) 18 (13%)
39 DN 137/140 (98%) 88 (64%) 32 (23%) 17 (12%)
40 BO 120/122 (98%) 101 (84%) 16 (13%) 3 (2%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
40 DO 120/122 (98%) 99 (82%) 17 (14%) 4 (3%)
41 BP 144/150 (96%) 77 (54%) 17 (12%) 50 (35%)
41 DP 144/150 (96%) 76 (53%) 18 (12%) 50 (35%)
42 BQ 134/141 (95%) 92 (69%) 28 (21%) 14 (10%)
42 DQ 134/141 (95%) 96 (72%) 23 (17%) 15 (11%)
43 BR 115/118 (98%) 78 (68%) 29 (25%) 8 (7%)
43 DR 115/118 (98%) 82 (71%) 24 (21%) 9 (8%)
44 BS 97/112 (87%) 49 (50%) 24 (25%) 24 (25%)
44 DS 97/112 (87%) 49 (50%) 23 (24%) 25 (26%)
45 BT 130/146 (89%) 89 (68%) 21 (16%) 20 (15%)
45 DT 130/146 (89%) 90 (69%) 21 (16%) 19 (15%)
46 BU 115/118 (98%) 77 (67%) 27 (24%) 11 (10%)
46 DU 115/118 (98%) 74 (64%) 29 (25%) 12 (10%)
47 BV 97/101 (96%) 54 (56%) 15 (16%) 28 (29%)
47 DV 97/101 (96%) 52 (54%) 18 (19%) 27 (28%)
48 BW 111/113 (98%) 88 (79%) 15 (14%) 8 (7%)
48 DW 111/113 (98%) 89 (80%) 15 (14%) 7 (6%)
49 BX 91/96 (95%) 47 (52%) 22 (24%) 22 (24%)
49 DX 91/96 (95%) 48 (53%) 22 (24%) 21 (23%)
50 BY 99/110 (90%) 45 (46%) 22 (22%) 32 (32%)
50 DY 99/110 (90%) 46 (46%) 21 (21%) 32 (32%)
51 BZ 175/206 (85%) 113 (65%) 43 (25%) 19 (11%)
51 DZ 175/206 (85%) 113 (65%) 44 (25%) 18 (10%)
All All 11148/12060 (92%) | 7735 (69%) | 2187 (20%) | 1226 (11%)

5 of 1226 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
AB 15 VAL
AB 24 TRP
AB 154 LEU
AB 165 VAL
AB 194 PRO

DO DO DN DN DN
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5.3.2 Protein sidechains (1)

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

resolution.

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

analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 AB 202/220 (92%) | 176 (87%) | 26 (13%) 22
2 CB 202/220 (92%) | 176 (87%) | 26 (13%) 22
3 AC 160/188 (85%) | 152 (95%) 8 (5%) 28 67
3 cC 160/188 (85%) | 152 (95%) 8 (5%) 28 67
4 AD 180/181 (99%) | 157 (87%) | 23 (13%) 22
4 CD 180/181 (99%) | 156 (87%) | 24 (13%) 20
5 AE 115/123 (94%) | 100 (87%) | 15 (13%) 21
5 CE 115/123 (94%) | 100 (87%) | 15 (13%) 21
6 AF 90,/90 (100%) 79 (88%) 11 (12%) 6| 24
6 CF 90,/90 (100%) 79 (88%) 11 (12%) 6| 24
7 AG 126/127 (99%) | 121 (96%) 5 (4%) 74
7 CG 126/127 (99%) | 121 (96%) 5 (4%) 36 74
8 AH | 119/119 (100%) | 107 (90%) | 12 (10%) 9] 33
8 CH | 119/119 (100%) | 107 (90%) | 12 (10%) 9] 33
9 Al 98,/99 (99%) 88 (90%) | 10 (10%) 8] 32
9 CI 98/99 (99%) 88 (90%) | 10 (10%) 8] 32
10 Al 88/92 (96%) 81 (92%) 7 (8%) 14| 45
10 CJ 88/92 (96%) 81 (92%) 7 (8%) 14| 45
11 AK 90/99 (91%) 79 (88%) 11 (12%) 6| 24
11 CK 90/99 (91%) 80 (89%) | 10 (11%) 28
12 AL 104/111 (94%) | 96 (92%) 8 (8%) 15 48
12 CL 104/111 (94%) | 96 (92%) 8 (8%) 15| 48
13 | AM 93/101 (92%) 86 (92%) 7 (8%) 16| 49
13 | CM 93/101 (92%) 86 (92%) 7 (8%) 16| 49
14 | AN 49/50 (98%) 46 (94%) 3 (6%) 22 59
14 | CN 49/50 (98%) AT (96%) 2 (4%) 35 73

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
15 AO 79/80 (99%) 69 (87%) 10 (13%)
15 CO 79/80 (99%) 69 (87%) 10 (13%)
16 AP 72/74 (97%) 60 (83%) 12 (17%)
16 CP 72/74 (97%) 60 (83%) 12 (17%)
17 AQ 94/97 (97%) 91 (97%) 3 (3%)
17 CQ 94/97 (97%) 91 (97%) 3 (3%)
18 AR 61/77 (79%) 56 (92%) 5 (8%)
18 CR 61/77 (79%) 55 (90%) 6 (10%)
19 AS 69/80 (86%) 62 (90%) 7 (10%)
19 CS 69/80 (86%) 62 (90%) 7 (10%)
20 AT 76/82 (93%) 65 (86%) 11 (14%)
20 CT 76/82 (93%) 66 (87%) 10 (13%)
21 AU 19/22 (86%) 19 (100%) 0
21 CU 19/22 (86%) 19 (100%) 0
22 BO 61/67 (91%) 49 (80%) 12 (20%)
22 DO 61/67 (91%) 47 (77%) 14 (23%)
23 B1 73/83 (88%) 55 (75%) 18 (25%)
23 D1 73/83 (88%) 55 (75%) 18 (25%)
24 B2 46 /67 (69%) 29 (63%) 17 (37%)
24 D2 46/67 (69%) 30 (65%) 16 (35%)
25 B3 51/52 (98%) 44 (86%) 7 (14%)
25 D3 51/52 (98%) 44 (86%) 7 (14%)
27 B5 51/52 (98%) 38 (74%) 13 (26%)
27 D5 51/52 (98%) 36 (71%) 15 (29%)
28 B6 43/52 (83%) 27 (63%) 16 (37%)
28 D6 43/52 (83%) 27 (63%) 16 (37%)
29 B7 41/42 (98%) 35 (85%) 6 (15%)
29 D7 41/42 (98%) 35 (85%) 6 (15%)
30 B8 53/55 (96%) 38 (72%) 15 (28%)
30 D8 53/55 (96%) 41 (77%) 12 (23%)
33 BD 213/218 (98%) 163 (76%) 50 (24%)

TTTTTTTTTT
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
33 DD 213/218 (98%) 162 (76%) |
34 BE 165/166 (99%) 126 (76%)
34 DE 165/166 (99%) 126 (76%)
35 BF 165/166 (99%) 132 (80%)
35 DF 165/166 (99%) 135 (82%)
36 BG 155/156 (99%) 132 (85%)
36 DG 155/156 (99%) 131 (84%)
37 BH 132/148 (89%) 107 (81%)
37 DH 132/148 (89%) 108 (82%)
38 BI 122/124 (98%) 103 (84%)
38 DI 122/124 (98%) 103 (84%)
39 BN 117/119 (98%) 93 (80%)
39 DN 117/119 (98%) 92 (79%)
40 BO 100,/100 (100%) 75 (75%)
40 DO 100,/100 (100%) 74 (74%)
41 BP 112/116 (97%) 63 (56%)
41 DP 112/116 (97%) 65 (58%)
42 BQ 106/111 (96%) 88 (83%)
42 DQ 106/111 (96%) 87 (82%)
43 BR 100/101 (99%) 76 (76%)
43 DR 100/101 (99%) 75 (75%)
44 BS 77/88 (88%) 54 (70%)
44 DS 77/88 (88%) 54 (70%)
45 BT 116/127 (91%) 84 (72%)
45 DT 116/127 (91%) 84 (72%)
46 BU 92/94 (98%) 75 (82%)
46 DU 92/94 (98%) 74 (80%)
47 BV 82/82 (100%) 53 (65%)
47 DV 82/82 (100%) 52 (63%)
48 BW 91/92 (99%) 70 (77%)
48 DW 91/92 (99%) 69 (76%)

TTTTTTTTTT

1 DE

AAAAA



Page 74

wwPDB X-ray Structure Validation Summary Report

Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
19 | BX | 74/78 (95%) | 54 (73%) | 20 (27%) |
49 DX 74/78 (95%) 54 (73%) 20 (27%)

50 BY 84/91 (92%) 58 (69%) 26 (31%)
50 DY 84/91 (92%) 59 (70%) 25 (30%)
51 BZ 155/179 (87%) 130 (84%) 25 (16%)
51 DZ 155/179 (87%) 130 (84%) 25 (16%)
All All 9322/9876 (94%) | 7681 (82%) | 1641 (18%)

5 of 1641 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
48 BW 76 VAL
8 CH 95 VAL
46 DU 102 GLU
49 BX 65 ARG
2 CB 130 ARG

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 272 such

sidechains are listed below:

Mol | Chain | Res | Type
47 BV 89 GLN
6 CF 18 GLN
45 DT 123 GLN
48 BW 61 ASN
2 CB 40 HIS
5.3.3 RNA (O
Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 AA 1503/1522 (98%) 287 (19%) 0
1 CA 1503/1522 (98%) 288 (19%) 0
31 BA | 2723/2787 (97%) 735 (26%) 0
31 DA | 2723/2787 (97%) 729 (26%) 0
32 BB 118/122 (96%) 35 (29%) 0
32 DB 118/122 (96%) 35 (29%) 0
All All 8688/8862 (98%) 2109 (24%) 0

5 of 2109 RNA backbone outliers are listed below:
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Mol | Chain | Res | Type
1 AA 9 G
1 AA 31 G
1 AA 32 A
1 AA 39 G
1 AA 47 C

There are no RNA pucker outliers to report.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 802 ligands modelled in this entry, 800 are monoatomic - leaving 2 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 | "' RMSZ | %7 > 2| Counts | RMSZ | #]Z| > 2
55 ZIT BA | 3351 - 545454 | 1.34 | 7 (12%) | 81,83,83 | 1.06 4 (4%)
55 ZIT DA | 3311 - 54,5454 | 1.34 | 7 (12%) | 81,83,83 | 1.06 4 (4%)

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. ’-
no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
55 21T BA | 3351 - - 0/72/107/107 | 0/3/3/3
55 Z1T DA | 3311 - - 0/72/107/107 | 0/3/3/3

gPDEB

’ means



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

Page 76

wwPDB X-ray Structure Validation Summary Report

AVTY

The worst 5 of 14 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
55 BA | 3351 | ZIT | O5A-C1A | 2.01 1.46 1.41
95 DA 3311 | ZIT | O5A-C1A | 2.01 1.46 1.41
95 DA 3311 | ZIT 06-C6 2.01 1.48 1.44
95 BA 3351 | ZIT 06-C6 2.03 1.48 1.44
95 DA 3311 | ZIT C13-C12 | 2.18 1.61 1.55

The worst 5 of 8 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(°)
55 BA | 3351 | ZIT C9-N10-C11 | -2.97 106.95 112.26
95 DA 3311 | ZIT C9-N10-C11 | -2.95 106.99 112.26
95 BA 3351 | ZIT | C4A-C3A-C2A | -2.24 106.91 110.07
95 DA 3311 | ZIT | C4A-C3A-C2A | -2.23 106.92 110.07
55 BA | 3351 | ZIT 06-C6-C7 2.06 113.83 108.37

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

2 monomers are involved in 6 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
55 BA | 3351 | ZIT 3 0
55 DA | 3311 | ZIT 3 0

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
13 CM 3
13 AM 3
47 DV 1
36 DG 1
36 BG 1

Continued on next page...
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Mol | Chain | Number of breaks
9 Al 1
9 CI 1
47 BV 1
28 D6 1
28 B6 1

The worst 5 of 14 chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 CM 69:GLU C 70:LEU N 5.29
1 AM 69:GLU C 70:LEU N 5.28
1 DG 112:PRO C 113:ARG N 4.77
1 BG 112:PRO C 113:ARG N 4.76
1 AM 112:GLY C 113:PRO N 4.20
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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 1504/1522 (98%) 0.63 187 (12%) 60, 125, 191, 194 0
1 CA 1504/1522 (98%) 0.62 195 (12%) 61, 125, 191, 194 0
2 AB 235/256 (91%) 0.52 33 (14%) 107, 156, 184, 191 0
2 CB 235/256 (91%) 0.91 46 (19%) 107, 158, 185, 191 0
3 AC 207/239 (86%) 0.60 29 (14%) 115, 163, 184, 189 0
3 cC 207/239 (86%) 1.36 61 (29%) 119, 166, 184, 191 0
4 AD 208/209 (99%) 0.41 19 (9%) 83, 131, 170, 181 0
4 CD 208/209 (99%) 0.34 16 (7%) 82, 131, 168, 182 0
) AE 151/162 (93%) 0.44 14 (9%) 83, 116, 160, 188 0
5 CE 151/162 (93%) 0.78 28 (18%) 84, 117, 162, 189 0
6 AF 101/101 (100%) 0.22 5 (4%) 85, 132, 164, 180 0
6 CF 101/101 (100%) 0.19 7 (6%) 86, 132, 165, 182 0
7 AG 155/156 (99%) 1.42 53 (34%) 140, 171, 188, 191 0
7 CG 155/156 (99%) 2.45 75 (48%) 140, 171, 188, 190 0
8 AH 138/138 (100%) 0.08 6 (4%) 36 |15 85, 121, 155, 164 0
8 CH 138/138 (100%) 0.02 5(3%) 43 85, 123, 156, 162 0
9 Al 127/128 (99%) 2.36 61 (48%) 142, 182, 190, 192 0
9 CI 127/128 (99%) 2.30 52 (40%) 143, 183, 190, 191 0
10 AJ 99/105 (94%) 3.02 59 (59%) 130, 176, 189, 191 0
10 CJ 99/105 (94%) 2.83 54 (54%) 130, 177, 190, 193 0
11 AK 119/129 (92%) 0.73 20 (16%) 82,123, 164, 187 0
11 CK 119/129 (92%) 0.85 15 (12%) 84, 123, 165, 186 0
12 AL 125/135 (92%) 0.60 14 (11%) 80, 108, 163, 189 0
12 CL 125/135 (92%) 0.63 15 (12%) 82, 109, 164, 189 0

Continued on next page...
gPDB
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 | AM 115/126 (91%) 3.05 71 (61%) 150, 185, 190, 193 0
13 | CM 115/126 (91%) 2.84 72 (62%) 149, 185, 190, 192 0
14 | AN 60,61 (98%) 1.32 17 (28%) 131, 168, 185, 189 0
14 | CN 60,61 (98%) 1.08 14 (23%) 132, 170, 186, 189 0
15 | AO 88/89 (98%) 0.14 4 (4%) 34 74, 111, 157, 162 0
15 | CO 88/89 (98%) 0.40 6 (6%) 18 74, 112, 159, 165 0
16 | AP 84/88 (95%) 1.15 26 (30%) 91, 118, 161, 179 0
16 CP 84/88 (95%) 0.82 13 (15%) 89, 116, 160, 180 0
17 | AQ 100,105 (95%) 0.35 7 (7%) 80, 109, 153, 163 0
17 | CQ 100,105 (95%) 0.23 7 (%) 85, 110, 153, 159 0
18 | AR 70/88 (79%) 0.62 8 (11%) |6 93, 121, 170, 183 0
18 CR 70/88 (79%) 1.47 20 (28%) Iﬂ 93, 122, 171, 183 0
19 AS 79/93 (84%) 3.39 51 (64%) mlm 142, 186, 190, 191 0
19 CS 79/93 (84%) 3.34 54 (68%) mlm 142, 186, 191, 192 0
20 | AT 99,106 (93%) 0.65 11 (11%) [a]l 84, 119, 157, 177 0
20 CT 99/106 (93%) 0.39 9 (9%) | 84, 119, 157, 179 0
21 AU 25/27 (92%) 3.24 14 (56%) mlm 143, 174, 188, 190 0
21 CU 25/27 (92%) 2.65 15 (60%) mlm 141, 172, 188, 189 0
22 BO 85/85 (100%) 0.40 8 (9%) 49, 70, 175, 187 0
22 DO 85/85 (100%) 0.51 9 (10%) 54, 74, 173, 188 0
23 B1 89/98 (90%) 0.21 2 (2%) 50, 79, 150, 187 0
23 D1 89/98 (90%) 0.13 5 (5%) 51, 81, 151, 190 0
24 B2 51/72 (70%) 0.74 7 (13%) 59, 99, 175, 186 0
24 D2 51/72 (70%) 0.52 7 (13%) 62, 100, 175, 188 0
25 B3 60,60 (100%) -0.13 1(1%) 70 42 46, 69, 132, 168 0
25 D3 60,60 (100%) 0.29 3 (5%) 30 51, 72, 136, 161 0
26 B4 32/71 (45%) -0.22 0 -l- 133, 161, 182, 184 0
26 D4 32/71 (45%) 0.31 5 ( 133, 164, 182, 186 0
27 B5 58,/60 (96%) 0.34 4 ( 34, 61, 165, 188 0
27 D5 58/60 (96%) 0.06 5 ( 39, 63, 163, 190 0
28 B6 45/54 (83%) 0.68 3 ( 49, 85, 141, 173 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
28 D6 45/54 (83%) 0.60 52, 87, 142, 172 0
29 B7 49/49 (100%) 0.26 36, 45, 119, 172 0
29 D7 49/49 (100%) 0.35 38, 49, 120, 173 0
30 B8 64/65 (98%) 0.30 46, 68, 140, 165 0
30 D8 64,/65 (98%) 0.09 49, 73, 141, 169 0
31 BA 2725/2787 (97%) 0.02 59 (2%) 62 33 33, 59, 153, 194 0
31 DA 2725/2787 (97%) -0.16 101 (3%) 42 |18 38, 64, 157, 194 0
32 BB 119/122 (97%) 0.16 4 (3%) 46 20 50, 101, 149, 184 0
32 DB 119/122 (97%) 0.38 10 (8%) 1 12f 14 59, 105, 157, 184 0
33 BD 272/276 (98%) -0.19 4 (1%) 74 47 37, 62, 120, 168 0
33 DD 272/276 (98%) -0.29 3(1%) 180 55 40, 65, 122, 165 0
34 BE 205/206 (99%) -0.01 6 (2%) 52 24 36, 65, 153, 181 0
34 DE 205/206 (99%) 0.05 10 (4%) 30 40, 69, 154, 182 0
35 BF 208/210 (99%) 0.15 14 (6%) | 19 35, 77, 175, 189 0
35 DF 208/210 (99%) 0.28 13 (6%) ' 21 39, 79, 176, 188 0
36 BG 181/182 (99%) 1.16 50 (27%) 0 | 100, 152, 186, 192 0
36 DG 181/182 (99%) 1.83 64 (35%) 0 | 106, 159, 189, 191 0
37 BH 160/180 (88%) 0.22 3 (1%) 67 37 69, 111, 151, 182 0
37 DH 160/180 (88%) 0.93 33 (20%) 74, 114, 157, 185 0
38 BI 146/148 (98%) 0.47 12 (8%) 67, 152, 187, 190 0
38 DI 146/148 (98%) 1.07 37 (25%) 0] 69, 156, 189, 191 0
39 BN 139/140 (99%) 0.00 4 (2%) 52 24 45, 75, 143, 182 0
39 DN 139/140 (99%) -0.16 3(2%) 62 33 49, 78, 143, 183 0
40 BO 122/122 (100%) -0.25 0 45, 67, 123, 147 0
40 DO 122/122 (100%) -0.55 0 48, 69, 125, 149 0
41 BP 146/150 (97%) 0.46 10 (6%) | 18 29, 93, 149, 190 0
41 DP 146/150 (97%) 0.45 15 (10%) 38, 95, 152, 188 0
42 BQ 136/141 (96%) 0.42 9 (6%) 19 50, 77, 147, 183 0
42 DQ 136/141 (96%) 0.38 8 (5%) 23 19| 52, 79, 147, 183 0
43 BR 117/118 (99%) -0.07 0 | 40, 60, 130, 139 0
43 DR 117/118 (99%) -0.28 2 (1%) 70 42 42,62, 131, 140 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
44 BS 99/112 (88%) 0.39 6 (6%) 22 |8 54, 111, 148, 165 0
44 DS 99/112 (88%) 1.19 24 (24%) § 1110 62, 113, 154, 170 0
45 BT 132/146 (90%) 0.17 5(3%) 41 |17 55, 87, 154, 181 0
45 DT 132/146 (90%) 0.14 11 (8%) [ 12} |4 58, 90, 156, 179 0
46 BU 117/118 (99%) 0.09 2 (1%) 70 42 40, 62, 124, 176 0
46 DU 117/118 (99%) 0.14 6 (5%) 29 44, 67, 130, 175 0
47 BV 101/101 (100%) 0.59 9 (8%) 38, 103, 176, 189 0
47 DV 101/101 (100%) 0.63 11 (10%) 44,109, 177, 188 0
48 BW 113/113 (100%) -0.38 04100 38, 51, 112, 179 0
48 DW 113/113 (100%) -0.47 1 (0% 41, 54, 119, 181 0
49 BX 93/96 (96%) 0.10 4 (4%) 36 47,74, 145, 179 0
49 DX 93/96 (96%) 0.02 6 (6%) | 20 52, 76, 146, 179 0
50 BY 101/110 (91%) 0.89 16 (15%) 57, 107, 184, 192 0
50 DY 101/110 (91%) 0.79 18 (17%) 60, 108, 183, 193 0
51 BZ 177/206 (85%) 0.15 10 (5%) 68, 113, 158, 169 0
51 DZ 177/206 (85%) 0.50 20 (11%) 74, 117, 161, 168 0
All All 20062/20922 (95%) 0.43 2189 (10%) 29, 99, 187, 194 0

The worst 5 of 2189 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
42 DQ 141 | GLN 19.8
31 DA 2802 G 19.6
42 BQ 140 | ALA 18.8
42 BQ 141 | GLN 17.7
35 DF 208 | GLY 16.2

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

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

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.
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6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. 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
52 MG BA | 3039 1/1 0.96 0.74 | 42.78 60,60,60,60
52 MG DA 3103 1/1 0.95 0.82 | 42.34 70,70,70,70
52 MG BA 3087 1/1 0.91 0.41 | 40.15 58,58,58,58
52 MG BA | 3001 1/1 0.94 0.36 | 37.54 49,49,49,49
92 MG DA 3070 1/1 0.86 0.62 | 36.29 74,74,74,74
52 MG DA 3154 1/1 0.96 0.69 | 32.09 62,62,62,62
52 | MG | BA |3221| 1/1 0.94 | 048 | 31.07 | 40,40,40,40
52 MG BA | 3195 1/1 0.92 0.63 | 30.37 58,58,58,58
52 MG BA 3200 1/1 0.85 0.86 | 29.78 99,59,59,59
52 MG DA 3264 1/1 0.82 0.82 | 28.10 80,80,80,80
52 MG BA | 3276 1/1 0.99 0.44 | 26.57 55,55,55,55
52 | MG | DA |3115| 1/1 088 | 040 | 2630 | 72,72.72.72
52 MG BA 3093 1/1 0.97 0.59 | 26.20 43,43,43,43
52 | MG | BA |3049 | 1/1 0.93 | 0.58 | 25.55 | 41,41,41,41
92 MG BA 3071 1/1 0.92 0.48 | 25.27 AT, 47,4747
52 MG CA 1641 1/1 0.95 0.80 | 24.76 87,87,87,87
52 MG CA 1644 1/1 0.88 0.47 | 24.51 74,74,74,74
52 MG BA | 3209 1/1 0.95 0.56 | 24.34 56,56,56,56
92 MG DA 3203 1/1 0.78 0.65 | 24.09 67,67,67,67
52 MG BA 3176 1/1 0.96 0.51 23.81 48,48,48,48
52 | MG | DA | 3166 | 1/1 0.96 | 0.40 | 23.63 | 46,46 46,46
52 MG DA | 3053 1/1 0.96 0.60 | 23.57 51,51,51,51
o4 K DA 3310 1/1 0.78 0.48 | 23.50 | 106,106,106,106
52 MG CA 1625 1/1 0.95 0.70 | 23.20 74,74,74,74
52 MG DA 3088 1/1 0.97 0.52 | 22.80 34,34,34,34
92 MG BA 3038 1/1 0.97 0.47 | 22.50 25,25,25,25
52 MG DA 3095 1/1 0.98 0.52 | 21.97 53,53,53,53
52 MG BA 3095 1/1 0.99 0.51 | 21.87 38,38,38,38
52 MG CA | 1623 1/1 0.83 0.51 | 21.59 67,67,67,67
92 MG DA 3106 1/1 0.86 0.52 | 21.37 76,76,76,76
52 MG CA 1643 1/1 0.96 0.75 | 20.76 62,62,62,62
52 MG DA | 3077 | 1/1 0.99 0.68 | 20.04 49,49,49,49
92 MG DA 3285 1/1 0.95 0.55 19.87 66,66,66,66
52 MG BA 3108 1/1 0.96 0.39 19.62 56,56,56,56 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG BA | 3223 1/1 0.90 0.59 | 19.53 36,36,36,36 0
52 MG BA | 3331 1/1 0.92 0.46 | 19.27 46,46,46,46 0
52 MG DA | 3087 1/1 0.94 0.30 | 18.96 55,55,55,55 0
52 MG DA | 3009 1/1 0.99 0.49 | 18.91 54,54,54,54 0
52 MG AA 1629 1/1 0.94 0.56 | 18.63 67,67,67,67 0
52 MG BA | 3315 1/1 0.90 0.36 | 18.42 69,69,69,69 0
52 MG BA | 3040 1/1 0.92 0.73 | 18.17 51,51,51,51 0
52 MG DA | 3089 1/1 0.98 0.60 | 18.11 AT A7,47.47 0
52 MG DA | 3030 1/1 0.98 0.40 | 17.94 42.42.42 42 0
52 MG BA | 3153 1/1 0.99 0.48 | 17.76 25,25,25,25 0
52 MG BA | 3229 1/1 0.76 0.29 | 17.62 50,50,50,50 0
52 MG DA | 3217 1/1 0.92 0.64 | 17.40 62,62,62,62 0
52 MG BA | 3057 1/1 0.98 0.36 | 17.24 44,4444 44 0
52 MG BA | 3285 1/1 0.94 0.52 | 17.21 57,57,57,57 0
52 MG DA | 3091 1/1 0.99 0.53 | 17.09 41,41,41,41 0
52 MG DA | 3022 1/1 0.96 0.39 | 16.61 AT AT,A7.47 0
52 MG DA | 3197 1/1 0.92 0.46 | 16.54 75,75,75,75 0
52 MG BA | 3161 1/1 0.97 0.35 | 16.45 42,42.42 42 0
52 MG AA 1649 1/1 0.96 0.47 | 15.83 86,86,86,86 0
52 MG DA | 3110 1/1 0.93 0.39 | 15.23 73,73,73,73 0
52 MG DA | 3067 1/1 0.80 0.37 | 14.82 81,81,81,81 0
52 MG BA | 3047 1/1 0.99 0.45 | 14.56 21,21,21,21 0
52 MG DA | 3042 1/1 0.98 0.38 | 14.44 AT AT, A7.47 0
52 MG BA | 3313 1/1 0.95 042 | 14.42 54,54,54,54 0
52 MG DA | 3116 1/1 0.98 0.58 | 14.03 41,41,41,41 0
52 MG CA 1618 1/1 0.92 0.40 | 13.96 62,62,62,62 0
52 MG BA | 3146 1/1 0.97 0.51 | 13.95 42.,42.42 42 0
52 MG BA | 3074 1/1 0.92 0.46 | 13.78 36,36,36,36 0
52 MG DA | 3047 1/1 0.96 0.51 | 13.74 45,45,45,45 0
52 MG DA | 3111 1/1 0.98 0.49 | 13.35 71,71,71,71 0
52 MG BA | 3126 1/1 0.95 0.54 | 13.24 50,50,50,50 0
52 MG DA | 3133 1/1 0.94 0.58 | 13.01 53,53,53,53 0
52 MG AA 1627 1/1 0.93 0.38 | 12.97 66,66,66,66 0
52 MG DA | 3032 1/1 0.98 0.40 | 12.92 69,69,69,69 0
52 MG BA | 3010 1/1 0.99 043 | 12.81 38,38,38,38 0
52 MG DA | 3266 1/1 0.93 0.28 | 12.71 75,75,75,75 0
52 MG AA 1622 1/1 0.93 0.54 | 12.31 75,75,75,75 0
52 MG DA | 3159 1/1 0.97 0.47 | 12.05 61,61,61,61 0
52 MG BA | 3142 1/1 0.97 0.62 | 11.82 39,39,39,39 0
52 MG DA | 3059 1/1 0.73 0.39 | 11.70 53,53,53,53 0
52 MG AA 1648 1/1 0.89 0.77 | 11.63 62,62,62,62 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG BA | 3123 1/1 0.97 0.45 | 11.60 22,22,22.22 0
52 MG DA | 3072 1/1 0.93 0.37 | 11.58 46,46,46,46 0
52 MG BA | 3017 1/1 0.98 0.35 | 11.55 32,32,32,32 0
52 MG BA | 3008 1/1 0.97 0.49 | 11.46 34,34,34,34 0
52 MG BA | 3217 1/1 0.96 043 | 11.44 50,50,50,50 0
52 MG BA | 3121 1/1 0.96 0.40 | 11.40 57,57,57,57 0
54 K BA | 3350 1/1 0.54 0.46 | 11.33 95,95,95,95 0
52 MG BA | 3044 1/1 0.98 0.38 | 11.14 26,26,26,26 0
52 MG DA | 3137 1/1 0.98 0.41 | 10.97 38,38,38,38 0
52 MG DA | 3016 1/1 0.94 0.45 | 10.97 56,56,56,56 0
52 MG BA | 3023 1/1 0.98 0.35 | 10.81 34,34,34,34 0
52 MG DA | 3015 1/1 0.95 0.36 | 10.64 23,23,23,23 0
52 MG BA | 3158 1/1 0.95 0.41 | 10.61 49,49,49,49 0
52 MG DA | 3039 1/1 0.99 0.32 | 10.48 43,43,43,43 0
52 MG DA | 3045 1/1 0.96 0.48 | 10.29 39,39,39,39 0
52 MG DA | 3208 1/1 0.88 0.68 | 10.28 62,62,62,62 0
52 MG BA | 3032 1/1 0.99 0.32 | 10.16 15,15,15,15 0
52 MG DA | 3007 1/1 0.98 0.36 | 10.02 39,39,39,39 0
52 MG DA | 3304 1/1 0.92 0.36 9.98 52,52,52,52 0
52 MG CA 1617 1/1 0.86 0.32 9.94 61,61,61,61 0
52 MG BA | 3037 1/1 0.98 0.32 9.86 14,14,14,14 0
52 MG DA | 3173 1/1 0.96 0.41 9.74 65,65,65,65 0
52 MG DA | 3283 1/1 0.98 0.44 9.74 72,72,72,72 0
52 MG DA | 3094 1/1 0.91 0.41 9.72 56,56,56,56 0
52 MG DA | 3227 1/1 0.94 0.26 9.68 74,74,74,74 0
52 MG BA | 3034 1/1 0.97 0.34 9.62 62,62,62,62 0
52 MG BA | 3169 1/1 0.98 0.36 9.32 46,46,46,46 0
52 MG AA 1621 1/1 0.97 0.37 9.27 46,46,46,46 0
52 MG CA 1605 1/1 0.86 0.55 9.25 61,61,61,61 0
52 MG DA | 3105 1/1 0.94 0.39 9.08 AT AT AT AT 0
52 MG DA | 3055 1/1 0.99 0.37 9.03 42.,42.42 42 0
52 MG DA | 3097 1/1 0.98 0.33 8.94 44,44,44,44 0
52 MG BA | 3051 1/1 0.99 0.31 8.86 14,14,14,14 0
52 MG BA | 3012 1/1 0.95 0.30 8.85 22,22,22.22 0
52 MG DA | 3054 1/1 0.95 0.30 8.73 36,36,36,36 0
52 MG DA | 3068 1/1 0.97 0.41 8.68 49,49,49,49 0
52 MG DA | 3049 1/1 0.94 0.35 8.65 35,35,35,35 0
52 MG DA | 3064 1/1 0.96 0.35 8.55 68,68,68,68 0
52 MG DA | 3036 1/1 0.98 0.48 8.52 39,39,39,39 0
52 MG BA | 3345 1/1 0.90 0.30 8.48 60,60,60,60 0
52 MG DA | 3006 1/1 0.98 0.44 8.35 39,39,39,39 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG BA | 3298 1/1 0.78 0.33 8.33 61,61,61,61 0
52 MG DA | 3056 1/1 0.97 0.32 8.25 60,60,60,60 0
52 MG BA | 3252 1/1 0.98 0.31 8.25 50,50,50,50 0
52 MG BA | 3028 1/1 0.97 0.35 8.06 28,28,28,28 0
52 MG DA | 3011 1/1 0.90 0.54 7.97 50,50,50,50 0
52 MG BA | 3185 1/1 0.98 0.30 7.86 14,14,14,14 0
52 MG BA | 3303 1/1 0.85 0.43 7.69 68,68,68,68 0
52 MG AA 1647 1/1 0.90 0.34 7.61 66,66,66,66 0
52 MG BA | 3268 1/1 0.91 0.26 7.57 40,40,40,40 0
52 MG DA | 3002 1/1 0.96 0.40 7.55 38,38,38,38 0
52 MG DA | 3044 1/1 0.96 0.41 7.46 46,46,46,46 0
52 MG DA | 3149 1/1 0.91 0.21 7.42 55,55,55,55 0
52 MG BA | 3041 1/1 0.96 0.33 7.40 29,29,29,29 0
52 MG BA | 3060 1/1 0.97 0.38 7.26 40,40,40,40 0
52 MG D5 101 1/1 0.95 0.44 7.20 AT 47,4747 0
52 MG BA | 3020 1/1 0.97 0.44 7.16 38,38,38,38 0
52 MG BA | 3062 1/1 0.97 0.39 7.15 44,4444 44 0
52 MG BA | 3271 1/1 0.98 0.30 6.80 46,46,46,46 0
52 MG BA | 3189 1/1 0.88 0.41 6.61 45,45,45,45 0
52 MG BA | 3021 1/1 0.99 0.31 6.54 16,16,16,16 0
52 MG DA | 3270 1/1 0.86 0.67 6.50 65,65,65,65 0
52 MG BA | 3073 1/1 0.96 0.34 6.49 53,53,53,53 0
52 MG BA | 3099 1/1 0.98 0.25 6.34 26,26,26,26 0
52 MG DA | 3241 1/1 0.93 0.29 6.30 60,60,60,60 0
52 MG BA | 3079 1/1 0.99 0.34 6.16 0,0,0,0 0
52 MG AA 1612 1/1 0.94 0.30 6.14 66,66,66,66 0
52 MG BA | 3139 1/1 0.98 0.28 6.12 24,24.24,24 0
52 MG BA | 3091 1/1 0.99 0.30 6.04 9,9,9,9 0
52 MG DA | 3146 1/1 0.93 0.34 5.95 69,69,69,69 0
52 MG BA | 3302 1/1 0.83 0.27 5.86 72,72,72,72 0
52 MG BA | 3006 1/1 0.94 0.39 5.77 29,29,29,29 0
52 MG DA | 3135 1/1 0.96 0.22 5.64 71,71,71,71 0
52 MG DA | 3213 1/1 0.99 0.46 5.63 36,36,36,36 0
52 MG DA | 3142 1/1 0.95 0.45 5.58 41,41,41,41 0
52 MG BA | 3148 1/1 0.69 0.35 5.29 58,58,58,58 0
52 MG DA | 3138 1/1 0.94 0.33 5.20 50,50,50,50 0
52 MG BA | 3065 1/1 0.96 0.31 5.13 32,32,32,32 0
52 MG BA | 3275 1/1 0.96 0.23 5.12 A7 47,4747 0
52 MG CA 1642 1/1 0.94 0.27 5.04 62,62,62,62 0
52 MG BA | 3016 1/1 0.98 0.26 4.89 21,21,21,21 0
52 MG BA | 3110 1/1 0.97 0.45 4.82 45,45,45,45 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG BA | 3173 1/1 0.97 0.37 4.81 24,24,24,24 0
52 MG BA | 3059 1/1 0.98 0.30 4.79 39,39,39,39 0
52 MG DA | 3294 1/1 0.71 0.34 4.77 67,67,67,67 0
52 MG BA | 3069 1/1 0.98 0.27 4.72 18,18,18,18 0
52 MG BA | 3009 1/1 0.93 0.38 4.64 38,38,38,38 0
52 MG DA | 3026 1/1 0.98 0.28 4.62 43,43,43,43 0
52 MG DA | 3019 1/1 0.97 0.34 4.61 42,42.42 42 0
52 MG CA 1606 1/1 0.90 0.38 4.57 72,72,72,72 0
52 MG DA | 3189 1/1 0.95 0.51 4.53 63,63,63,63 0
52 MG BA | 3115 1/1 0.96 0.24 4.50 49,49,49,49 0
52 MG DA | 3114 1/1 0.96 0.35 4.47 65,65,65,65 0
52 MG BA | 3100 1/1 0.98 0.27 4.46 21,21,21,21 0
52 MG BA | 3241 1/1 0.71 0.61 4.41 79,79,79,79 0
52 MG DA | 3112 1/1 0.93 0.33 4.40 68,68,68,68 0
52 MG D7 101 1/1 0.83 0.35 4.30 62,62,62,62 0
52 MG DA | 3063 1/1 0.98 0.24 4.10 AT AT,A7.47 0
52 MG BA | 3052 1/1 0.97 0.29 4.10 15,15,15,15 0
52 MG DA | 3156 1/1 0.97 0.42 4.07 44,44.,44 .44 0
52 MG BA | 3347 1/1 0.96 0.26 4.02 66,66,66,66 0
52 MG AA 1623 1/1 0.97 0.42 4.01 54,54,54,54 0
55 Z1T DA | 3311 | 52/52 0.92 0.31 3.97 | 100,100,100,100 0
52 MG CA 1645 1/1 0.96 0.46 3.89 97,97,97,97 0
52 MG CA 1647 1/1 0.91 0.21 3.74 84,84,84,84 0
52 MG BA | 3230 1/1 0.90 0.50 3.65 38,38,38,38 0
52 MG BA | 3190 1/1 0.81 0.30 3.60 53,53,53,53 0
52 MG BA | 3055 1/1 0.99 0.28 3.58 19,19,19,19 0
55 21T BA | 3351 | 52/52 0.91 0.32 3.51 | 100,100,100,100 0
52 MG DA | 3147 1/1 0.88 0.28 3.46 63,63,63,63 0
52 MG BA | 3193 1/1 0.97 0.28 3.40 28,28,28,28 0
52 MG AA 1609 1/1 0.94 0.27 3.38 51,51,51,51 0
52 MG BA | 3311 1/1 0.89 0.35 3.33 46,46,46,46 0
52 MG AA 1606 1/1 0.94 0.73 3.28 73,73,73,73 0
52 MG D1 101 1/1 0.98 0.25 3.26 50,50,50,50 0
52 MG DA | 3171 1/1 0.92 0.34 3.17 43,43,43,43 0
52 MG DA | 3130 1/1 0.97 0.33 3.14 43,43,43,43 0
52 MG CA 1619 1/1 0.93 0.35 3.14 75,75,75,75 0
52 MG CA 1610 1/1 0.90 0.29 3.04 61,61,61,61 0
52 MG BA | 3254 1/1 0.97 0.21 3.02 53,53,53,53 0
52 MG DA | 3008 1/1 0.98 0.39 2.95 52,52,52,52 0
52 MG DA | 3214 1/1 0.94 0.38 2.92 65,65,65,65 0
52 MG DA | 3187 1/1 0.98 0.20 2.87 52,52,52,52 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG BA | 3085 1/1 0.96 0.22 2.79 40,40,40,40 0
52 MG DA | 3246 1/1 0.79 0.26 2.79 87,87,87,87 0
52 MG DA | 3188 1/1 0.89 0.22 2.74 48,48,48,48 0
52 MG CA | 1609 1/1 0.89 0.22 2.72 94,94,94,94 0
52 MG DA | 3248 1/1 0.79 0.33 2.66 74,74,74,74 0
52 MG BQ 202 1/1 0.90 0.29 2.64 59,59,59,59 0
52 MG BA | 3046 1/1 0.97 0.25 2.50 37,37,37,37 0
52 MG BA | 3002 1/1 0.98 0.24 2.44 20,20,20,20 0
52 MG DA | 3061 1/1 0.94 0.30 2.42 57,57,57,57 0
52 MG AA | 1651 1/1 0.92 0.26 2.37 75,75,75,75 0
52 MG DA | 3140 1/1 0.95 0.21 2.31 49,49,49,49 0
52 MG BA | 3326 1/1 0.91 0.22 2.20 54,54,54,54 0
52 MG BU 201 1/1 0.98 0.33 2.18 26,26,26,26 0
52 MG BA | 3255 1/1 0.93 0.33 2.16 45,45,45,45 0
52 MG DA | 3279 1/1 0.88 0.24 1.87 64,64,64,64 0
52 MG BA | 3338 1/1 0.93 0.28 1.68 73,73,73,73 0
52 MG BA | 3141 1/1 0.97 0.43 1.51 27,27,27,27 0
52 MG DA | 3230 1/1 0.92 0.25 1.48 56,56,56,56 0
52 MG DA | 3245 1/1 0.71 0.19 1.46 78,78,78,78 0
52 MG DA | 3132 1/1 0.97 0.42 1.46 43,43,43,43 0
52 MG DF 301 1/1 0.88 0.38 1.37 92,92,92,92 0
52 MG DX 101 1/1 0.86 0.30 1.33 70T 0
52 MG DU 201 1/1 0.95 0.26 1.25 60,60,60,60 0
52 MG BX 101 1/1 0.93 0.26 1.23 61,61,61,61 0
52 MG BB 205 1/1 0.96 0.26 1.04 78,78,78,78 0
52 MG DA | 3058 1/1 0.93 0.21 1.00 58,58,58,58 0
52 MG BA | 3125 1/1 0.92 0.18 0.95 46,46,46,46 0
52 MG AA | 1607 1/1 0.91 0.29 0.94 74,74,74,74 0
52 MG BA | 3127 1/1 0.98 0.14 0.93 50,50,50,50 0
52 MG BA | 3018 1/1 0.97 0.20 0.89 26,26,26,26 0
52 MG B1 101 1/1 0.98 0.25 0.87 39,39,39,39 0
52 MG BA | 3207 1/1 0.96 0.19 0.69 23,23,23,23 0
52 MG DA | 3244 1/1 0.78 0.28 0.60 86,86,86,86 0
52 MG DA | 3118 1/1 0.95 0.16 0.56 66,66,66,66 0
52 MG BA | 3119 1/1 0.96 0.24 0.53 52,52,52,52 0
52 MG BA | 3278 1/1 0.92 0.22 0.47 41,41,41,41 0
52 MG BA | 3086 1/1 0.96 0.19 0.39 18,18,18,18 0
52 MG BA | 3293 1/1 0.93 0.26 0.24 55,55,55,55 0
52 MG DA | 3263 1/1 0.91 0.27 0.14 67,67,67,67 0
52 MG CA | 1648 1/1 0.97 0.17 0.11 79,79,79,79 0
52 MG DA | 3084 1/1 0.94 0.18 0.06 54,54,54,54 0
52 MG CA | 1621 1/1 0.98 0.18 0.02 68,68,68,68 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG BA | 3242 1/1 0.98 0.20 0.01 48,48,48,48 0
52 MG DA | 3281 1/1 0.94 0.16 | -0.01 30,30,30,30 0
52 MG BP 201 1/1 0.95 0.26 | -0.06 13,13,13,13 0
52 MG DA | 3220 1/1 0.91 0.18 | -0.06 62,62,62,62 0
52 MG DA | 3041 1/1 0.91 0.17 | -0.23 37,37,37,37 0
52 MG AA ] 1605 1/1 0.98 027 | -0.24 75,75,75,75 0
52 MG BA | 3097 1/1 0.88 0.17 | -0.27 70,70,70,70 0
52 MG BA | 3310 1/1 0.96 0.19 | -0.36 47,4747 47 0
53 ZN AD 301 1/1 0.99 0.30 | -0.40 | 108,108,108,108 0
53 ZN CD 301 1/1 0.99 0.26 | -0.51 93,93,93,93 0
52 MG BA | 3253 1/1 0.93 0.15 | -0.57 51,51,51,51 0
52 MG DA | 3295 1/1 0.88 0.17 | -0.75 88,88,88,88 0
52 MG DA | 3158 1/1 0.93 0.12 | -0.76 61,61,61,61 0
52 MG AA ] 1625 1/1 0.94 0.18 | -0.79 73,73,73,73 0
53 ZN AN 101 1/1 0.92 0.15 | -0.81 | 159,159,159,159 0
53 ZN CN 101 1/1 0.89 0.18 | -0.81 | 157,157,157,157 0
52 MG DA | 3223 1/1 0.73 0.12 | -0.81 65,65,65,65 0
52 MG DA | 3258 1/1 0.85 0.14 | -0.82 61,61,61,61 0
52 MG BA | 3124 1/1 0.96 0.16 | -0.83 42,42 42,42 0
52 MG DA | 3229 1/1 0.88 0.12 | -0.89 45,45,45,45 0
52 MG AA | 1614 1/1 0.92 0.12 | -1.00 7007 0
52 MG BA | 3061 1/1 0.99 0.15 | -1.01 23,23,23,23 0
52 MG BA | 3149 1/1 0.87 0.11 | -1.03 51,51,51,51 0
52 MG BA | 3116 1/1 0.90 0.16 | -1.12 51,51,51,51 0
52 MG CA | 1629 1/1 0.89 0.13 | -1.14 82,82,82,82 0
52 MG DA | 3060 1/1 0.99 0.10 | -1.22 34,34,34,34 0
52 MG BF 301 1/1 0.88 0.17 | -1.27 62,62,62,62 0
52 MG BA | 3283 1/1 0.90 0.12 | -1.50 53,53,53,53 0
52 MG AA | 1613 1/1 0.88 0.14 | -1.56 70,70,70,70 0
52 MG BA | 3112 1/1 0.92 0.14 | -1.57 43,43,43,43 0
52 MG BA | 3043 1/1 0.98 0.15 | -1.64 36,36,36,36 0
52 MG DA | 3117 1/1 0.94 0.10 | -1.70 59,59,59,59 0
52 MG DA | 3119 1/1 0.86 0.07 | -1.75 64,64,64,64 0
52 MG BA | 3056 1/1 0.98 0.17 | -1.81 20,20,20,20 0
52 MG BA | 3090 1/1 0.97 0.16 | -1.92 38,38,38,38 0
52 MG DA | 3228 1/1 0.87 0.11 | -2.08 60,60,60,60 0
52 MG BA | 3147 1/1 0.96 0.13 | -2.19 12,12,12,12 0
52 MG B7 101 1/1 0.96 0.12 | -2.29 37,37,37,37 0
52 MG AA ] 1633 1/1 0.82 0.10 | -2.48 81,81,81,81 0
52 MG AA | 1643 1/1 0.96 0.09 | -2.77 78,78,78,78 0
52 MG BA | 3286 1/1 0.97 0.06 | -2.80 45,45,45,45 0
52 MG BA | 3243 1/1 0.94 0.10 | -3.22 58,58,58,58 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG BA | 3175 1/1 0.97 0.08 | -3.44 49,49,49,49 0
52 MG BA | 3227 1/1 0.92 0.13 | -3.63 39,39,39,39 0
52 MG BA | 3111 1/1 0.92 0.13 | -3.92 19,19,19,19 0
52 MG DA | 3212 1/1 0.97 0.10 | -4.72 68,68,68,68 0
52 MG DA | 3206 1/1 0.95 0.10 | -5.37 48,48,48,48 0
52 MG BA | 3247 1/1 0.98 0.06 | -6.56 40,40,40,40 0
52 MG BA | 3208 1/1 0.91 0.11 | -6.86 23,23,23,23 0
52 MG CA | 1627 1/1 0.96 0.09 - 66,66,66,66 0
52 MG BA | 3136 1/1 0.94 0.52 - 32,32,32,32 0
52 MG BA | 3321 1/1 0.95 0.50 - 75,75,75,75 0
52 MG DA | 3134 1/1 0.97 0.55 - A7.47.47 47 0
52 MG BA | 3029 1/1 0.99 0.23 - 26,26,26,26 0
52 MG DA | 3076 1/1 0.99 0.33 - 55,55,55,55 0
52 MG BA | 3019 1/1 0.96 0.42 - 24,24,24,24 0
52 MG DA | 3151 1/1 0.94 0.41 - 72,72,72,72 0
52 MG DA | 3275 1/1 0.89 0.45 - 62,62,62,62 0
52 MG BB 203 1/1 0.98 0.35 - 41,41,41,41 0
52 MG BA | 3118 1/1 0.94 0.31 - 59,59,59,59 0
52 MG AA | 1646 1/1 0.90 0.76 - 82,82,82,82 0
52 MG BA | 3068 1/1 0.91 0.34 - 54,54,54,54 0
52 MG BQ 201 1/1 0.98 0.17 - 32,32,32,32 0
52 MG BA | 3198 1/1 0.96 0.48 - 44,4444 44 0
52 MG BA | 3180 1/1 0.92 0.57 - 64,64,64,64 0
52 MG BA | 3264 1/1 0.97 0.22 - 35,35,35,35 0
52 MG DA | 3293 1/1 0.98 0.14 - 53,53,53,53 0
52 MG BA | 3237 1/1 0.84 0.32 - 61,61,61,61 0
52 MG BA | 3151 1/1 0.92 0.30 - 74,74,74,74 0
52 MG BE 301 1/1 0.98 0.46 - 29,29,29,29 0
52 MG DA | 3126 1/1 0.77 0.22 - 73,73,73,73 0
52 MG DA | 3075 1/1 0.98 0.54 - 55,55,55,55 0
52 MG DA | 3178 1/1 0.97 0.41 - 65,65,65,65 0
52 MG DA | 3024 1/1 0.92 0.45 - 61,61,61,61 0
52 MG CA | 1601 1/1 0.94 0.23 - 83,83,83,83 0
52 MG BA | 3160 1/1 0.97 0.36 - 39,39,39,39 0
52 MG BA | 3143 1/1 0.98 0.38 - 30,30,30,30 0
52 MG AA | 1635 1/1 0.92 0.65 - 63,63,63,63 0
52 MG DA | 3259 1/1 0.92 0.63 - 74,74,74,74 0
52 MG DB 201 1/1 0.92 0.39 - 52,52,52,52 0
52 MG BA | 3182 1/1 0.93 0.51 - 68,68,68,68 0
52 MG BA | 3267 1/1 0.98 0.35 - 38,38,38,38 0
52 MG DB 203 1/1 0.93 0.46 - 56,56,56,56 0
52 MG BA | 3081 1/1 0.89 0.23 - 37,37,37,37 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG CA | 1631 1/1 0.96 0.86 - 70,70,70,70 0
52 MG DA | 3195 1/1 0.82 0.51 - 56,56,56,56 0
52 MG DA | 3232 1/1 0.98 0.29 - 72,72,72,72 0
52 MG BA | 3342 1/1 0.98 0.22 - 49,49,49,49 0
52 MG DA | 3267 1/1 0.69 0.59 - 72,72,72,72 0
52 MG BA | 3159 1/1 0.94 0.47 - 45,45,45,45 0
52 MG BA | 3107 1/1 0.97 0.11 - 34,34,34,34 0
52 MG DA | 3012 1/1 0.97 0.35 - 23,23,23,23 0
52 MG DA | 3144 1/1 0.96 0.39 - 47,4747 .47 0
52 MG BA | 3024 1/1 0.99 0.20 - 2,222 0
52 MG BA | 3007 1/1 0.94 0.54 - 48,48,48,48 0
52 MG CA | 1646 1/1 0.77 0.52 - 80,80,80,80 0
52 MG BA | 3026 1/1 0.96 0.14 - 49,49,49,49 0
52 MG BA | 3334 1/1 0.85 0.32 - 53,53,53,53 0
52 MG BA | 3033 1/1 0.99 0.17 - 20,20,20,20 0
52 MG BA | 3196 1/1 0.67 0.21 - 65,65,65,65 0
52 MG DA | 3287 1/1 0.99 0.16 - 51,51,51,51 0
52 MG DA | 3104 1/1 0.98 0.58 - 48,48,48,48 0
52 MG BA | 3280 1/1 0.88 0.35 - 75,75,75,75 0
52 MG DA | 3057 1/1 0.97 0.48 - 40,40,40,40 0
52 MG DA | 3291 1/1 0.61 1.08 - 86,86,86,86 0
52 MG DA | 3096 1/1 0.92 0.35 - 45,45,45,45 0
52 MG BR 201 1/1 0.99 0.34 - 20,20,20,20 0
52 MG BA | 3232 1/1 0.86 0.38 - 70,70,70,70 0
52 MG BA | 3248 1/1 0.97 0.16 - A7, 47,47 47 0
52 MG BA | 3053 1/1 0.98 0.38 - 15,15,15,15 0
52 MG BA | 3183 1/1 0.93 0.16 - 72,72,72,72 0
52 MG DA | 3242 1/1 0.91 0.19 - 69,69,69,69 0
52 MG DO 101 1/1 0.89 0.15 - 62,62,62,62 0
52 MG BA | 3206 1/1 0.99 0.51 - 29,29,29,29 0
52 MG DA | 3001 1/1 0.91 0.41 - 76,76,76,76 0
52 MG DA | 3233 1/1 0.90 0.50 - 68,68,68,68 0
52 MG DA | 3033 1/1 0.99 0.41 - 44,44.,44,44 0
52 MG DA | 3204 1/1 0.96 0.45 - 45,45,45,45 0
52 MG DA | 3305 1/1 0.63 0.34 - 76,76,76,76 0
52 MG AA | 1610 1/1 0.96 0.62 - 65,65,65,65 0
52 MG DA | 3141 1/1 0.98 0.49 - 61,61,61,61 0
52 MG BA | 3162 1/1 0.88 0.16 - A7.47.47,47 0
52 MG BA | 3299 1/1 0.96 0.46 - 58,58,58,58 0
52 MG DA | 3082 1/1 0.89 0.18 - 17,17,17,17 0
52 MG DA | 3243 1/1 0.78 0.48 - 70,70,70,70 0
52 MG BA | 3157 1/1 0.87 0.76 - 74,74,74,74 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG DA | 3286 1/1 0.95 0.50 - 58,58,58,58 0
52 MG DA | 3169 1/1 0.97 0.79 - 51,51,51,51 0
52 MG BA | 3015 1/1 0.97 0.33 - 48,48,48,48 0
52 MG DA | 3069 1/1 0.92 0.52 - 51,51,51,51 0
52 MG BA | 3291 1/1 0.99 0.60 - 54,54,54,54 0
52 MG DA | 3017 1/1 0.87 0.32 - A7, 47,47 47 0
52 MG DA | 3191 1/1 0.73 0.25 - 91,91,91,91 0
52 MG DA | 3048 1/1 0.97 0.25 - 40,40,40,40 0
52 MG CA | 1622 1/1 0.67 0.28 - 78,78,78,78 0
52 MG BA | 3273 1/1 0.96 0.51 - 58,58,58,58 0
52 MG DA | 3192 1/1 0.93 0.54 - 55,55,55,55 0
52 MG BA | 3234 1/1 0.97 0.42 - 45,45,45,45 0
52 MG BA | 3104 1/1 0.95 0.42 - 37,37,37,37 0
52 MG BA | 3274 1/1 0.87 0.16 - 81,81,81,81 0
52 MG DA | 3300 1/1 0.98 0.05 - 75,75,75,75 0
52 MG DA | 3037 1/1 0.90 0.63 - 74,74,74,74 0
52 MG DA | 3074 1/1 0.96 0.23 - 53,53,53,53 0
52 MG AA | 1632 1/1 0.89 0.65 - 72,72,72,72 0
52 MG DA | 3185 1/1 0.97 0.38 - 61,61,61,61 0
52 MG BA | 3094 1/1 0.95 0.39 - 52,52,52,52 0
52 MG BA | 3249 1/1 0.87 0.26 - 40,40,40,40 0
52 MG DA | 3066 1/1 0.98 0.51 - 60,60,60,60 0
52 MG DA | 3129 1/1 0.85 0.12 - 87,87,87,87 0
52 MG DA | 3065 1/1 0.97 0.23 - 49,49,49,49 0
52 MG DA | 3290 1/1 0.92 0.37 - 52,52,52,52 0
52 MG BA | 3080 1/1 0.97 0.52 - 34,34,34,34 0
52 MG BA | 3067 1/1 0.97 0.58 - 37,37,37,37 0
52 MG BA | 3083 1/1 0.99 0.21 - 5,5,5,5 0
52 MG BA | 3224 1/1 0.94 0.12 - 40,40,40,40 0
52 MG DA | 3256 1/1 0.93 0.19 - 57,57,57,57 0
52 MG DA | 3207 1/1 0.80 0.80 - 78,78,78,78 0
52 MG DA | 3078 1/1 0.97 0.65 - 46,46,46,46 0
52 MG BA | 3170 1/1 0.91 0.31 - 69,69,69,69 0
52 MG DA | 3239 1/1 0.96 0.22 - 59,59,59,59 0
52 MG CA | 1630 1/1 0.94 0.36 - 70T 0
52 MG DA | 3199 1/1 0.95 0.21 - 47474747 0
52 MG DA | 3218 1/1 0.88 0.25 - 78,78,78,78 0
52 MG DA | 3276 1/1 0.96 0.13 - 70,70,70,70 0
52 MG BO 101 1/1 0.96 0.16 - 34,34,34,34 0
52 MG BA | 3220 1/1 0.99 0.46 - 27,27,27,27 0
52 MG CA | 1636 1/1 0.91 0.50 - 79,79,79,79 0
52 MG DA | 3107 1/1 0.98 0.44 - 38,38,38,38 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG AA | 1616 1/1 0.97 0.19 - 7T 0
52 MG DA | 3215 1/1 0.97 0.42 - 59,59,59,59 0
52 MG DA | 3021 1/1 0.98 0.38 - 47474747 0
52 MG DA | 3306 1/1 0.72 0.37 - 87,87,87,87 0
52 MG BB 201 1/1 0.84 0.45 - 42,42.42 42 0
52 MG BA | 3167 1/1 0.95 0.59 - 52,52,52,52 0
52 MG BA | 3166 1/1 0.95 0.61 - 39,39,39,39 0
52 MG BA | 3014 1/1 0.97 0.41 - 32,32,32,32 0
52 MG DA | 3255 1/1 0.64 0.44 - 75,75,75,75 0
52 MG DA | 3160 1/1 0.96 0.29 - 59,59,59,59 0
52 MG BA | 3004 1/1 0.98 0.23 - 23,23,23,23 0
52 MG DA | 3174 1/1 0.95 0.56 - 63,63,63,63 0
52 MG B5 101 1/1 0.96 0.23 - 27,27,27,27 0
52 MG BA | 3084 1/1 0.96 0.09 - 14,14,14,14 0
52 MG BA | 3165 1/1 0.96 0.56 - 50,50,50,50 0
52 MG AA | 1637 1/1 0.85 0.29 - 69,69,69,69 0
52 MG BA | 3213 1/1 0.98 0.55 - 32,32,32,32 0
52 MG CA | 1624 1/1 0.92 0.41 - 65,65,65,65 0
52 MG BA | 3152 1/1 0.88 0.32 - 61,61,61,61 0
52 MG BA | 3027 1/1 0.94 0.47 - 42,42.42 42 0
52 MG BA | 3219 1/1 0.86 0.11 - 38,38,38,38 0
52 MG DA | 3161 1/1 0.92 0.70 - 72,72,72,72 0
52 MG BA | 3078 1/1 0.97 0.21 - 34,34,34,34 0
52 MG BA | 3292 1/1 0.97 0.78 - 60,60,60,60 0
52 MG BA | 3239 1/1 0.94 0.25 - 48,48,48,48 0
52 MG BA | 3228 1/1 0.93 0.65 - 69,69,69,69 0
52 MG DB 202 1/1 0.93 0.36 - 63,63,63,63 0
52 MG BA | 3246 1/1 0.55 0.45 - 75,75,75,75 0
52 MG DA | 3163 1/1 0.94 0.58 - 68,68,68,68 0
52 MG BA | 3256 1/1 0.96 0.37 - 63,63,63,63 0
52 MG BA | 3088 1/1 0.93 0.25 - 10,10,10,10 0
52 MG DA | 3184 1/1 0.98 0.42 - 63,63,63,63 0
52 MG DA | 3253 1/1 0.98 0.39 - 50,50,50,50 0
52 MG BA | 3011 1/1 0.98 0.31 - 7,0,7,7 0
52 MG BA | 3333 1/1 0.90 0.17 - 80,80,80,80 0
52 MG DA | 3102 1/1 0.83 0.28 - 80,80,80,80 0
52 MG BA | 3211 1/1 0.97 0.17 - 39,39,39,39 0
52 MG BA | 3204 1/1 0.97 0.26 - 46,46,46,46 0
52 MG BA | 3137 1/1 0.94 0.26 - 61,61,61,61 0
52 MG DA | 3219 1/1 0.69 0.36 - 75,75,75,75 0
52 MG BA | 3048 1/1 0.98 0.48 - 30,30,30,30 0
52 MG BA | 3075 1/1 0.98 0.19 - 26,26,26,26 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG DA | 3150 1/1 0.85 0.55 - 7T 0
52 MG DA | 3073 1/1 0.98 0.23 - 42.42.42 42 0
52 MG BA | 3117 1/1 0.95 0.40 - 39,39,39,39 0
52 MG AA | 1644 1/1 0.66 1.25 - 99,99,99,99 0
52 MG AA | 1604 1/1 0.84 0.46 - 95,95,95,95 0
52 MG BA | 3072 1/1 0.99 0.30 - 24,24,24,24 0
52 MG BA | 3307 1/1 0.86 0.44 - 76,76,76,76 0
52 MG DP 201 1/1 0.96 0.19 - 50,50,50,50 0
52 MG DA | 3289 1/1 0.94 0.34 - 92,92,92,92 0
52 MG DA | 3210 1/1 0.89 0.37 - 63,63,63,63 0
52 MG BA | 3128 1/1 0.92 0.28 - 54,54,54,54 0
52 MG BA | 3301 1/1 0.97 0.16 - D7,57,57,57 0
52 MG DA | 3027 1/1 0.97 0.41 - 61,61,61,61 0
52 MG BA | 3154 1/1 0.97 0.25 - 32,32,32,32 0
52 MG DA | 3029 1/1 0.91 0.21 - 87,87,87,87 0
52 MG DD 301 1/1 0.95 0.14 - 35,35,35,35 0
52 MG BA | 3261 1/1 0.98 0.34 - 38,38,38,38 0
52 MG CA | 1616 1/1 0.99 0.52 - 73,73,73,73 0
52 MG DA | 3209 1/1 0.95 0.56 - 59,59,59,59 0
52 MG BA | 3076 1/1 0.97 0.28 - 43,43,43,43 0
52 MG BA | 3287 1/1 0.90 0.46 - 58,58,58,58 0
52 MG BA | 3251 1/1 0.96 0.16 - 35,35,35,35 0
52 MG AA | 1619 1/1 0.82 0.36 - 56,56,56,56 0
52 MG DA | 3303 1/1 0.92 0.59 - 49,49,49,49 0
52 MG DA | 3109 1/1 0.94 0.40 - 71,71,71,71 0
52 MG BA | 3332 1/1 0.88 0.29 - 61,61,61,61 0
52 MG BA | 3192 1/1 0.83 0.34 - 58,58,58,58 0
52 MG DA | 3205 1/1 0.95 0.51 - 54,54,54,54 0
52 MG BA | 3013 1/1 0.98 0.35 - 21,21,21,21 0
52 MG DA | 3224 1/1 0.90 0.09 - 68,68,68,68 0
52 MG DA | 3080 1/1 0.96 0.46 - 40,40,40,40 0
52 MG AA | 1631 1/1 0.97 0.12 - 60,60,60,60 0
52 MG CA | 1611 1/1 0.79 0.61 - 81,81,81,81 0
52 MG DA | 3271 1/1 0.97 0.16 - 46,46,46,46 0
52 MG DA | 3086 1/1 0.94 0.48 - 38,38,38,38 0
52 MG BA | 3005 1/1 0.98 0.39 - 47474747 0
52 MG BA | 3205 1/1 0.91 0.33 - 55,55,55,55 0
52 MG BA | 3324 1/1 0.95 0.41 - 59,59,59,59 0
52 MG BA | 3235 1/1 0.93 0.41 - 72,72,72,72 0
52 MG DA | 3268 1/1 0.82 1.51 - 81,81,81,81 0
52 MG BA | 3330 1/1 0.92 0.83 - 71,71,71,71 0
52 MG AA | 1650 1/1 0.78 0.53 - 68,68,68,68 0

Continued on next page...



Page 94 wwPDB X-ray Structure Validation Summary Report AVTY

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG BA | 3258 1/1 0.98 0.33 - 61,61,61,61 0
52 MG AA | 1638 1/1 0.91 0.45 - 82,82,82,82 0
52 MG CA | 1637 1/1 0.95 0.91 - 80,80,80,80 0
52 MG BA | 3172 1/1 0.95 0.20 - 64,64,64,64 0
52 MG DE 301 1/1 0.92 0.35 - 40,40,40,40 0
52 MG DA | 3182 1/1 0.87 0.28 - 55,55,55,55 0
52 MG BA | 3156 1/1 0.92 0.46 - 53,53,53,53 0
52 MG BA | 3030 1/1 0.98 0.25 - 17,17,17,17 0
52 MG DA | 3254 1/1 0.92 0.19 - 65,65,65,65 0
52 MG DA | 3235 1/1 0.94 0.28 - 79,79,79,79 0
52 MG DA | 3225 1/1 0.91 0.21 - 54,54,54,54 0
52 MG CA | 1639 1/1 0.97 0.20 - 64,64,64,64 0
52 MG DA | 3249 1/1 0.92 0.83 - 79,79,79,79 0
52 MG CA | 1607 1/1 0.93 0.48 - 82,82,82,82 0
52 MG DA | 3155 1/1 0.90 0.19 - 62,62,62,62 0
52 MG AA | 1626 1/1 0.92 0.49 - 76,76,76,76 0
52 MG DA | 3005 1/1 0.90 0.28 - 73,73,73,73 0
52 MG DA | 3157 1/1 0.83 0.50 - 65,65,65,65 0
52 MG BA | 3179 1/1 0.97 0.18 - 59,59,59,59 0
52 MG BA | 3348 1/1 0.88 0.12 - 61,61,61,61 0
52 MG DA | 3131 1/1 0.97 0.59 - A7.47.A47 47 0
52 MG DA | 3222 1/1 0.75 0.84 - 67,67,67,67 0
52 MG CA | 1614 1/1 0.94 0.57 - 76,76,76,76 0
52 MG DA | 3272 1/1 0.91 0.27 - 74,74,74,74 0
52 MG DA | 3081 1/1 0.97 0.40 - 43,43,43,43 0
52 MG BA | 3236 1/1 0.91 0.34 - 70,70,70,70 0
52 MG DA | 3035 1/1 0.97 0.80 - 54,54,54,54 0
52 MG BA | 3131 1/1 0.96 0.21 - 45,45,45,45 0
52 MG AA | 1603 1/1 0.96 0.38 - 62,62,62,62 0
52 MG BA | 3309 1/1 0.79 0.97 - 61,61,61,61 0
52 MG BA | 3092 1/1 0.96 0.65 - 52,52,52,52 0
52 MG BA | 3343 1/1 0.87 0.45 - 58,58,58,58 0
52 MG BA | 3316 1/1 0.97 0.16 - 56,56,56,56 0
52 MG DA | 3200 1/1 0.92 0.36 - 50,50,50,50 0
52 MG BP 202 1/1 0.93 0.32 - 58,58,58,58 0
52 MG DA | 3170 1/1 0.92 0.50 - 53,53,53,53 0
52 MG DA | 3240 1/1 0.98 0.46 - 89,89,89,89 0
52 MG DA | 3298 1/1 0.88 0.65 - 71,71,71,71 0
52 MG AA ] 1640 1/1 0.80 0.62 - 83,83,83,83 0
52 MG AA | 1645 1/1 0.91 0.33 - 81,81,81,81 0
52 MG DQ 201 1/1 0.69 0.39 - 78,78,78,78 0
52 MG BA | 3050 1/1 0.98 0.28 - 38,38,38,38 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG BA | 3257 1/1 0.98 0.33 - 48,48,48,48 0
52 MG BA | 3270 1/1 0.96 0.23 - 50,50,50,50 0
52 MG AA ] 1628 1/1 0.93 0.51 - 66,66,66,66 0
52 MG BA | 3064 1/1 0.96 0.23 - 28,28,28,28 0
52 MG DA | 3136 1/1 0.98 0.51 - 59,59,59,59 0
52 MG BA | 3282 1/1 0.95 0.14 - 67,67,67,67 0
52 MG DA | 3010 1/1 0.99 0.39 - 31,31,31,31 0
52 MG DA | 3101 1/1 0.97 0.35 - 43,43,43,43 0
52 MG BA | 3168 1/1 0.99 0.09 - 43,43,43,43 0
52 MG BA | 3294 1/1 0.87 0.54 - 65,65,65,65 0
52 MG DA | 3309 1/1 0.86 0.14 - 84,84,84,84 0
52 MG DA | 3127 1/1 0.98 0.42 - 35,35,35,35 0
52 MG BA | 3305 1/1 0.91 0.28 - 54,54,54,54 0
52 MG BA | 3297 1/1 0.93 0.29 - 61,61,61,61 0
52 MG BA | 3130 1/1 0.98 0.24 - 26,26,26,26 0
52 MG DA | 3098 1/1 0.95 0.17 - 49,49,49,49 0
52 MG BA | 3089 1/1 0.96 0.43 - 26,26,26,26 0
52 MG DA | 3100 1/1 0.81 0.71 - 50,50,50,50 0
52 MG BA | 3194 1/1 0.98 0.50 - 44,44,44,44 0
52 MG DA | 3301 1/1 0.95 0.28 - D7,57,57,57 0
52 MG BA | 3031 1/1 0.97 0.33 - 7007 0
52 MG AA | 1611 1/1 0.91 0.16 - 75,75,75,75 0
52 MG DA | 3121 1/1 0.94 0.17 - 37,37,37,37 0
52 MG DA | 3179 1/1 0.88 0.85 - 70T 0
52 MG BA | 3042 1/1 0.96 0.27 - 15,15,15,15 0
52 MG DA | 3262 1/1 0.86 0.87 - 70T 0
52 MG DA | 3196 1/1 0.90 0.29 - 51,51,51,51 0
52 MG DA | 3296 1/1 0.98 0.08 - 60,60,60,60 0
52 MG BA | 3216 1/1 0.97 0.41 - 43,43,43,43 0
52 MG CA | 1628 1/1 0.75 0.45 - 75,75,75,75 0
52 MG DA | 3108 1/1 0.84 0.33 - 48,48,48,48 0
52 MG DA | 3164 1/1 0.91 0.11 - 71,71,71,71 0
52 MG BA | 3323 1/1 0.91 0.26 - 64,64,64,64 0
52 MG DA | 3181 1/1 0.98 0.34 - 50,50,50,50 0
52 MG BA | 3337 1/1 0.91 0.31 - 58,58,58,58 0
52 MG DA | 3237 1/1 0.96 0.17 - 53,53,53,53 0
52 MG AA ] 1639 1/1 0.82 0.21 - 95,95,95,95 0
52 MG AA ] 1630 1/1 0.97 0.54 - 59,59,59,59 0
52 MG BA | 3133 1/1 0.95 0.49 - 35,35,35,35 0
52 MG DA | 3092 1/1 0.89 0.28 - 61,61,61,61 0
52 MG BA | 3288 1/1 0.93 0.45 - 72,72,72,72 0
52 MG DA | 3288 1/1 0.88 0.20 - 72,72,72,72 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG BA | 3225 1/1 0.99 0.30 - 33,33,33,33 0
52 MG BA | 3284 1/1 0.95 0.32 - 71,71,71,71 0
52 MG DA | 3168 1/1 0.89 0.28 - 53,53,53,53 0
52 MG D5 102 1/1 0.81 0.64 - 79,79,79,79 0
52 MG CA | 1613 1/1 0.96 0.19 - 80,80,80,80 0
52 MG DA | 3265 1/1 0.87 1.11 - 79,79,79,79 0
52 MG DA | 3252 1/1 0.90 0.55 - 66,66,66,66 0
52 MG CA | 1633 1/1 0.86 1.26 - 87,87,87,87 0
52 MG BA | 3295 1/1 0.71 0.23 - 70,70,70,70 0
52 MG BA | 3025 1/1 0.97 0.33 - 54,54,54,54 0
52 MG CA | 1602 1/1 0.92 0.47 - 70,70,70,70 0
52 MG BP 203 1/1 0.97 0.11 - 0,0,0,0 0
52 MG DA | 3062 1/1 0.96 0.60 - 65,65,65,65 0
52 MG AA ] 1602 1/1 0.98 0.47 - 37,37,37,37 0
52 MG BA | 3197 1/1 0.91 0.30 - 52,52,52,52 0
52 MG DA | 3176 1/1 0.98 0.20 - 78,78,78,78 0
52 MG BA | 3214 1/1 0.91 0.47 - 66,66,66,66 0
52 MG DA | 3221 1/1 0.96 0.44 - 53,53,53,53 0
52 MG BA | 3203 1/1 0.99 0.39 - 35,35,35,35 0
52 MG DA | 3085 1/1 0.92 0.40 - 54,54,54,54 0
52 MG BA | 3266 1/1 0.99 0.38 - 35,35,35,35 0
52 MG BA | 3306 1/1 0.84 0.26 - 56,56,56,56 0
52 MG BA | 3174 1/1 0.94 0.64 - 57,57,57,57 0
52 MG CA | 1632 1/1 0.83 0.25 - 79,79,79,79 0
52 MG BA | 3259 1/1 0.94 0.51 - 46,46,46,46 0
52 MG AA | 1634 1/1 0.96 0.33 - 58,58,58,58 0
52 MG DA | 3216 1/1 0.69 0.61 - 85,85,85,85 0
52 MG DA | 3028 1/1 0.97 0.25 - 39,39,39,39 0
52 MG BA | 3240 1/1 0.82 0.46 - 60,60,60,60 0
52 MG DA | 3148 1/1 0.98 0.35 - 48,48,48,48 0
52 MG DA | 3050 1/1 0.98 0.34 - 4242.42 42 0
52 MG DA | 3090 1/1 0.95 0.41 - 76,76,76,76 0
52 MG DA | 3183 1/1 0.94 0.37 - 44,44.,44,44 0
52 MG DA | 3273 1/1 0.94 0.71 - 75,75,75,75 0
52 MG DA | 3236 1/1 0.98 0.42 - 67,67,67,67 0
52 MG BA | 3135 1/1 0.99 0.29 - 8,8,8,8 0
52 MG DA | 3299 1/1 0.97 0.30 - 66,66,66,66 0
52 MG BA | 3105 1/1 0.96 0.48 - 46,46,46,46 0
52 MG BA | 3341 1/1 0.65 0.71 - 63,63,63,63 0
52 MG BA | 3077 1/1 0.97 0.41 - 28,28,28,28 0
52 MG B5 102 1/1 0.97 0.42 - 56,56,56,56 0
52 MG DA | 3120 1/1 0.79 0.31 - 71,71,71,71 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG DA | 3211 1/1 0.91 0.15 - 79,79,79,79 0
52 MG BB 204 1/1 0.96 0.54 - 56,56,56,56 0
52 MG BA | 3058 1/1 0.97 0.39 - 39,39,39,39 0
52 MG BA | 3129 1/1 0.89 0.13 - 18,18,18,18 0
52 MG BA | 3070 1/1 0.97 0.34 - 35,35,35,35 0
52 MG BA | 3322 1/1 0.99 0.22 - 20,20,20,20 0
52 MG DA | 3031 1/1 0.97 0.34 - 47474747 0
52 MG BA | 3318 1/1 0.86 0.53 - 60,60,60,60 0
52 MG BA | 3191 1/1 0.92 0.68 - 64,64,64,64 0
52 MG DA | 3280 1/1 0.85 0.55 - 7T 0
52 MG DA | 3113 1/1 0.92 0.49 - 62,62,62,62 0
52 MG BA | 3187 1/1 0.99 0.50 - 42,42.42 42 0
52 MG BA | 3054 1/1 0.98 0.19 - 68,68,68,68 0
52 MG DA | 3180 1/1 0.95 0.49 - 52,52,52,52 0
52 MG DA | 3020 1/1 0.89 0.43 - 64,64,64,64 0
52 MG AA | 1636 1/1 0.97 0.19 - 63,63,63,63 0
52 MG CA | 1620 1/1 0.94 0.36 - 66,66,66,66 0
52 MG BA | 3120 1/1 0.95 0.46 - 52,52,52,52 0
52 MG DA | 3308 1/1 0.92 0.12 - 81,81,81,81 0
52 MG BA | 3222 1/1 0.98 0.24 - 23,23,23,23 0
52 MG BA | 3063 1/1 0.95 0.43 - 48,48,48,48 0
52 MG BA | 3272 1/1 0.95 0.31 - 51,51,51,51 0
52 MG CA | 1634 1/1 0.85 0.52 - 87,87,87,87 0
52 MG BA | 3262 1/1 0.95 0.15 - 75,75,75,75 0
52 MG BA | 3289 1/1 0.88 0.27 - 55,55,55,55 0
52 MG BA | 3144 1/1 0.81 0.27 - 53,53,53,53 0
52 MG BA | 3186 1/1 0.95 0.49 - 66,66,66,66 0
52 MG CA | 1608 1/1 0.95 0.25 - 51,51,51,51 0
52 MG DA | 3123 1/1 0.95 0.13 - 61,61,61,61 0
52 MG AA | 1624 1/1 0.94 0.38 - 56,56,56,56 0
52 MG DA | 3172 1/1 0.98 0.56 - 64,64,64,64 0
52 MG DA | 3231 1/1 0.87 0.36 - 79,79,79,79 0
52 MG DA | 3046 1/1 0.96 0.34 - 28,28,28,28 0
52 MG BA | 3150 1/1 0.98 0.44 - 50,50,50,50 0
52 MG CA | 1635 1/1 0.92 0.20 - 86,86,86,86 0
52 MG DA | 3023 1/1 0.98 0.25 - 47474747 0
52 MG DA | 3162 1/1 0.91 0.28 - 69,69,69,69 0
52 MG BA | 3296 1/1 0.77 0.72 - 67,67,67,67 0
52 MG BA | 3231 1/1 0.96 0.65 - 52,52,52,52 0
52 MG BA | 3177 1/1 0.99 0.42 - 52,52,52,52 0
52 MG BA | 3226 1/1 0.94 0.15 - 32,32,32,32 0
52 MG BA | 3098 1/1 0.97 0.26 - 46,46,46,46 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG BA | 3171 1/1 0.97 0.33 - 62,62,62,62 0
52 MG CA | 1603 1/1 0.95 0.51 - 63,63,63,63 0
52 MG BA | 3045 1/1 0.98 0.34 - 26,26,26,26 0
52 MG BA | 3245 1/1 0.90 0.58 - 45,45,45,45 0
52 MG DA | 3260 1/1 0.71 0.81 - 73,73,73,73 0
52 MG BA | 3279 1/1 0.87 0.44 - 50,50,50,50 0
52 MG DA | 3297 1/1 0.95 0.36 - 74,74,74,74 0
52 MG DA | 3193 1/1 0.97 0.49 - 50,50,50,50 0
52 MG BA | 3113 1/1 0.96 0.35 - 26,26,26,26 0
52 MG BA | 3103 1/1 0.97 0.21 - 42.42.42 42 0
52 MG AA | 1601 1/1 0.94 0.19 - 58,58,58,58 0
52 MG BA | 3244 1/1 0.98 0.34 - 40,40,40,40 0
52 MG BA | 3349 1/1 0.88 0.09 - 61,61,61,61 0
52 MG DA | 3251 1/1 0.96 0.40 - 63,63,63,63 0
52 MG DR 201 1/1 0.92 0.34 - 43,43,43,43 0
52 MG BA | 3188 1/1 0.86 0.67 - 62,62,62,62 0
52 MG DA | 3165 1/1 0.93 0.32 - 52,52,52,52 0
52 MG CA | 1612 1/1 0.88 0.10 - 70T 0
52 MG DA | 3175 1/1 0.84 0.69 - 67,67,67,67 0
52 MG BA | 3250 1/1 0.96 0.29 - 54,54,54,54 0
52 MG BA | 3022 1/1 0.89 0.39 - 49,49,49,49 0
52 MG BA | 3314 1/1 0.96 0.27 - 56,56,56,56 0
52 MG BA | 3233 1/1 0.98 0.13 - 63,63,63,63 0
52 MG DA | 3257 1/1 0.87 0.91 - 63,63,63,63 0
52 MG DA | 3143 1/1 0.92 0.50 - 57,57,57,57 0
52 MG BA | 3329 1/1 0.89 0.65 - 68,68,68,68 0
52 MG BA | 3106 1/1 0.98 0.16 - 12,12,12,12 0
52 MG DA | 3284 1/1 0.82 0.71 - 65,65,65,65 0
52 MG BA | 3003 1/1 0.94 0.42 - 43,43,43,43 0
52 MG DA | 3122 1/1 0.96 0.23 - 61,61,61,61 0
52 MG DA | 3145 1/1 0.84 0.91 - 88,88,88,88 0
52 MG DA | 3177 1/1 0.93 0.31 - 61,61,61,61 0
52 MG DA | 3167 1/1 0.91 0.41 - 48,48,48,48 0
52 MG CA | 1626 1/1 0.71 0.54 - 78,78,78,78 0
52 MG DA | 3282 1/1 0.88 0.33 - 62,62,62,62 0
52 MG DA | 3083 1/1 0.90 0.23 - 47474747 0
52 MG BA | 3164 1/1 0.96 0.27 - 47,4747 47 0
52 MG DA | 3071 1/1 0.98 0.36 - 40,40,40,40 0
52 MG BA | 3281 1/1 0.96 0.35 - 46,46,46,46 0
52 MG BA | 3138 1/1 0.87 0.12 - 74,74,74,74 0
52 MG BA | 3114 1/1 0.86 0.44 - 56,56,56,56 0
52 MG DA | 3139 1/1 0.96 0.38 - 68,68,68,68 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG DA | 3302 1/1 0.85 0.68 - 86,86,86,86 0
52 MG DA | 3152 1/1 0.93 0.54 - 43,43,43,43 0
52 MG DA | 3052 1/1 0.97 0.39 - 63,63,63,63 0
52 MG BA | 3201 1/1 0.99 0.34 - 29,29,29,29 0
52 MG DA | 3128 1/1 0.97 0.65 - 51,51,51,51 0
52 MG BA | 3304 1/1 0.83 1.20 - 86,86,86,86 0
52 MG AA | 1617 1/1 0.97 0.40 - 64,64,64,64 0
52 MG BA | 3317 1/1 0.95 0.17 - 41,41,41,41 0
52 MG BA | 3109 1/1 0.97 0.42 - 34,34,34,34 0
52 MG BA | 3263 1/1 0.95 0.58 - 62,62,62,62 0
52 MG DA | 3261 1/1 0.66 0.52 - 95,95,95,95 0
52 MG BA | 3260 1/1 0.98 0.42 - 42,42.42 42 0
52 MG DA | 3099 1/1 0.99 0.58 - 46,46,46,46 0
52 MG DA | 3043 1/1 0.98 0.40 - 35,35,35,35 0
52 MG DA | 3093 1/1 0.96 0.31 - 64,64,64,64 0
52 MG CA | 1615 1/1 0.95 0.61 - 67,67,67,67 0
52 MG DA | 3247 1/1 0.86 0.70 - 87,87,87,87 0
52 MG DA | 3274 1/1 0.99 0.27 - 63,63,63,63 0
52 MG BA | 3132 1/1 0.96 0.22 - 55,55,55,55 0
52 MG DA | 3278 1/1 0.58 0.54 - 68,68,68,68 0
52 MG AA | 1618 1/1 0.94 0.60 - 72,72,72,72 0
52 MG DA | 3014 1/1 0.99 0.40 - 68,68,68,68 0
52 MG BA | 3155 1/1 0.97 0.41 - 41,41,41,41 0
52 MG BA | 3269 1/1 0.96 0.14 - 55,55,55,55 0
52 MG BA | 3320 1/1 0.95 0.35 - 54,54,54,54 0
52 MG BA | 3300 1/1 0.97 0.50 - 59,59,59,59 0
52 MG BA | 3082 1/1 0.90 0.53 - 49,49,49,49 0
52 MG BA | 3202 1/1 0.92 0.31 - 41,41,41,41 0
52 MG DA | 3018 1/1 0.98 0.55 - 32,32,32,32 0
52 MG DA | 3292 1/1 0.91 0.58 - 75,75,75,75 0
52 MG BA | 3340 1/1 0.93 0.46 - 62,62,62,62 0
52 MG BB 202 1/1 0.97 0.28 - 30,30,30,30 0
52 MG BA | 3215 1/1 0.96 0.42 - 36,36,36,36 0
52 MG DA | 3238 1/1 0.90 0.38 - 73,73,73,73 0
52 MG BD 301 1/1 0.94 0.20 - 43,43,43,43 0
52 MG CA | 1640 1/1 0.95 0.25 - 68,68,68,68 0
52 MG DA | 3194 1/1 0.86 0.30 - 60,60,60,60 0
52 MG DA | 3186 1/1 0.95 0.53 - 63,63,63,63 0
52 MG DA | 3013 1/1 0.88 0.49 - 70T 0
52 MG DA | 3038 1/1 0.84 0.60 - 48,48,48,48 0
52 MG BA | 3140 1/1 0.92 0.62 - 40,40,40,40 0
52 MG BA | 3102 1/1 0.92 0.29 - 24,24.24.24 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG DA | 3307 1/1 0.88 0.31 - 80,80,80,80 0
52 MG BA | 3346 1/1 0.95 0.44 - 80,80,80,80 0
52 MG BA | 3134 1/1 0.99 0.17 - 46,46,46,46 0
52 MG DA | 3004 1/1 0.95 0.25 - 49,49,49,49 0
52 MG DA | 3277 1/1 0.90 0.50 - 68,68,68,68 0
52 MG BA | 3312 1/1 0.62 0.66 - 87,87,87,87 0
52 MG AA | 1620 1/1 0.95 0.42 - 73,73,73,73 0
52 MG BA | 3336 1/1 0.79 0.48 - 65,65,65,65 0
52 MG BA | 3066 1/1 0.94 0.47 - 43,43,43,43 0
52 MG BA | 3122 1/1 0.95 0.30 - 40,40,40,40 0
52 MG CA | 1604 1/1 0.92 0.29 - 86,86,86,86 0
52 MG AA | 1608 1/1 0.93 0.33 - 54,54,54,54 0
52 MG DA | 3198 1/1 0.76 0.79 - 70,70,70,70 0
52 MG BA | 3328 1/1 0.91 0.17 - 65,65,65,65 0
52 MG BA | 3036 1/1 0.96 0.21 - 0,0,0,0 0
52 MG BA | 3035 1/1 0.98 0.26 - 21,21,21,21 0
52 MG BA | 3290 1/1 0.95 0.33 - 47474747 0
52 MG BA | 3319 1/1 0.91 0.49 - 40,40,40,40 0
52 MG DA | 3034 1/1 0.98 0.49 - 39,39,39,39 0
52 MG BA | 3265 1/1 0.98 0.36 - 63,63,63,63 0
52 MG DA | 3051 1/1 0.97 0.38 - 26,26,26,26 0
52 MG AA | 1615 1/1 0.95 0.51 - 76,76,76,76 0
52 MG DA | 3079 1/1 0.92 0.33 - 59,59,59,59 0
52 MG DA | 3125 1/1 0.95 0.63 - 58,58,58,58 0
52 MG DA | 3234 1/1 0.97 0.62 - 60,60,60,60 0
52 MG BA | 3199 1/1 0.98 0.57 - 49,49,49,49 0
52 MG DA | 3025 1/1 0.94 0.57 - 50,50,50,50 0
52 MG DA | 3269 1/1 0.91 0.16 - 61,61,61,61 0
52 MG BA | 3210 1/1 0.98 0.31 - 37,37,37,37 0
52 MG BA | 3325 1/1 0.94 0.41 - 43,43,43,43 0
52 MG BA | 3335 1/1 0.92 0.19 - 52,52,52,52 0
52 MG BA | 3163 1/1 0.93 0.41 - A7, 47,47 47 0
52 MG DA | 3190 1/1 0.96 0.39 - 63,63,63,63 0
52 MG BA | 3238 1/1 0.83 0.47 - 49,49,49,49 0
52 MG BA | 3145 1/1 0.93 0.55 - 40,40,40,40 0
52 MG AA | 1641 1/1 0.87 0.15 - 69,69,69,69 0
52 MG BA | 3212 1/1 0.99 0.45 - 30,30,30,30 0
52 MG BA | 3101 1/1 0.94 0.42 - 39,39,39,39 0
52 MG BA | 3339 1/1 0.95 0.16 - 41,41,41,41 0
52 MG DA | 3226 1/1 0.71 0.35 - 64,64,64,64 0
52 MG BA | 3327 1/1 0.95 0.29 - A7.47 A7 47 0
52 MG BA | 3344 1/1 0.94 0.74 - 48,48,48,48 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
52 MG DA | 3250 1/1 0.95 0.17 - 75,75,75,75 0
52 MG DA | 3201 1/1 0.87 0.30 - 59,59,59,59 0
52 MG DA | 3003 1/1 0.96 0.70 - 56,56,56,56 0
52 MG BA | 3181 1/1 0.96 0.38 - 51,51,51,51 0
52 MG CA | 1638 1/1 0.94 0.30 - 71,71,71,71 0
52 MG DA | 3040 1/1 0.96 0.24 - 43,43,43,43 0
52 MG BA | 3096 1/1 0.85 0.33 - 55,55,55,55 0
52 MG BA | 3218 1/1 0.98 0.48 - 33,33,33,33 0
52 MG DA | 3153 1/1 0.94 0.53 - 59,59,59,59 0
52 MG DA | 3202 1/1 0.92 0.21 - 40,40,40,40 0
52 MG DA | 3124 1/1 0.97 0.31 - 83,83,83,83 0
52 MG BA | 3308 1/1 0.94 0.46 - 64,64,64,64 0
52 MG AA | 1642 1/1 0.96 0.32 - 51,51,51,51 0
52 MG BA | 3178 1/1 0.81 0.53 - 78,78,78,78 0
52 MG BA | 3277 1/1 0.92 0.47 - 62,62,62,62 0
52 MG BA | 3184 1/1 0.95 0.45 - 50,50,50,50 0

6.5 Other polymers (i)

There are no such residues in this entry.
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