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Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
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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 3.90 A.

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

Metric Percentile Ranks Value
Rfree I | W 0.277
Clashscore - 42
Ramachandran outliers I 13.0%
Sidechain outliers I 12.4%
RSRZ outliers N N 5.6%
RNA backbone IS | I (.49
Worse Better
I Percentile relative to all X-ray structures
[l Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rfree 91344 1014 (4.28—3.52)
Clashscore 102246 1031 (4.24-3.56)
Ramachandran outliers 100387 1012 (4.26-3.54)
Sidechain outliers 100360 1004 (4.26-3.54)
RSRZ outliers 91569 1018 (4.28-3.52)
RNA backbone 2183 1078 (5.00—2.80)

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

Mol | Chain | Length Quality of chain
1 AA 1522 = 35% 52% 12%
1 CA 1522 = 34% 51% 13%
2 AB 256 = 20% 57% 4% . 8%
2 CB 256 = 18% 60% 13% . 8%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
3%
3 AC 239 23% 50% 12% 13%
%
3 CC 239 22% 53% 1% 13%
0/0
4 AD 209 : 40% 45% 13% .
3%
4 CD 209 - 41% 45% 1% .
°/0
5 AE 162 . 27% 54% 1% =+ 7%
7%
5 CE 162 - 30% 51% BT 7a T
20/0
6 AF 101 = 39% 53% T
8%
6 CF 101 35% 59% 6%
7%
7 AG 156 — 39% 49% 0%
5%
7 CG 156 35% 529% e =
20/0
8 AH 138 30% 60% o
0/0
8 CH 138 : 28% 61% e
5%
_ .
9 Al 128 26% 61% % e
1%
h -
9 CI 128 28% 56% 13% .
4%
10 Al 105 * 57% 19% 6%
0%
| ..
10 CJ 105 21% 55% 18% 6%
5%
11 AK 129 30% 54% e 8%
3%
11 CK 129 - 29% 55% e 8%
3%
12 AL 132 33% 47% s 5%
3%
12 CL 132 - 30% 51% BT 7
5%
_
13 AM 126 25% 50% 24%
4°/°
_
13 CM 126 21% 57% 19%
3%
_
14 AN 61 21% 44% 31%
3%
_
14 CN 61 20% 51% 26%
3%
15 AO 89 35% 55% 9%
Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
15 CO 89 : 30% 60% o -
16 AP 88 33% 57% “6% 5%
16 CP 88 34% 57% 5% 5%
17 AQ 105 = 36% 51% 7% - 5%
17 CcQ 105 = 35% 53% “6% - 5%
18 AR 88 = 31% 43% 20%
18 CR 88 28% 43% 6% 20%
19 AS 93 &W 51% 17% 15%
19 CS 93 I/OT 54% 15% 15%
20 AT 106 &T 58% 13% 7%
20 CcT 106 %T 58% 14% 7%
22%
21 AU 27 48% 33% "% 7%
21 | CU I % T
25%
22 AW 76 5% 67% 26%
22 AY 76 2 9% 12% 78%
25%
22 CW 76 . 63% 30%
22 CY 76 % 9% 1% 78%
23 AV 77 3/0% 38% 51%
23 Y 7 %- 47% 40% 5%
24 AX 24 21% 13% 67%
24 CX 24 : /:s% 17% 17% 58%
25 BA 2916 = 32% 50% VT a—
25 DA 2916 = 31% 50% BT/
26 BB 122 = 24% 61% L7
26 DB 122 = 20% 63% Y

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
27 BC 229 30;,5 . 37% 16% 17%
38%
27 DC 229 29% 38% 15% 17%
28 BD 276 32% 50% 6% o
28 DD 276 : 30% 51% 5% .
29 BE 206 = 26% 49% 21% -
29 DE 206 = 25% 49% 22% -
30 BF 210 “T 59% 6% .
30 DF 210 : 23% 60% 6% .
31 BG 182 = 17% 64% 18% -
31 DG 182 = 16% 64% 18% -
26%
32 BH 180 15% 54% 16% 1%
32 | DH 180 | = 2% o iz
33 | BI g | — 4% 5o ™
33 DI 148 3/* 59% 22% -
34 BN 140 : 25% 49% 21% -
34 DN 140 24% 51% 21% -
35 BO 122 38% 52% 10%
35 DO 122 51% 35% 14%
36 BP 150 = 17% 49% 28% -
36 DP 150 = 19% 48% 27% -
37 BQ 141 = 29% 57% 1%
37 DQ 141 : 24% 59% 14%
38 BR 118 = 31% 50% 17%
38 DR 118 : 32% 49% 16%
39 BS 112 - 13% 43% 29% 12%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
39 DS 112 = 13% 44% 29% 12%
40 BT 146 = 24% 45% 25% 5%
40 DT 146 = 23% 45% 25% T 5%
41 BU 118 = 25% 62% 12%
41 DU 118 25% 62% 12%
42 BV 101 = 25% 53% 19% -
42 DV 101 = 25% 53% 20% -
43 BW 113 = 32% 53% 8% o
43 DW 113 : 30% 54% VT
44 BX 96 40% 51% 6% -
44 DX 96 : 38% 52% 7%
6%
45 BY 110 23% 43% 22% 5% 8%
45 DY 110 &T 42% 24% % 8%
46 BZ 206 9/01* 50% 20% VA
46 DZ 206 &15%_ 51% 20% e
3%

47 BO 85 32% 53% 13%

8% _
47 DO 85 29% 54% 14%
48 B1 98 “T 58% 14%
48 D1 98 N T 58% 4% ..
49 B2 72 I/OT 54% 17% % -
49 D2 72 ET 57% 4% T .
50 B3 60 %T 63% 18%
50 D3 60 2 18% 63% 18%
51 B4 71 T 27% 8% - 56%
o1 D4 71 “e% 27% 10% 56%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
2%
52 B5 60 35% 47% A
5%
52 D5 60 - 35% 47% A
28%
—
53 B6 54 9% 43% 24% 7% 17%
26%
—
53 D6 54 7% 46% 22% 7% 17%
54 B7 49 43% 49% 8%
%
54 D7 49 = 41% 51% 8%
8%
h -
55 B8 65 20% 55% 22% ..
20/0
— -
55 D8 65 23% 51% 23% -
89%
e — —
56 B9 37 46% 43% 8%
84%
T — =
56 D9 37 41% 49% 8% -

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

ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG AA 1604 - - - X
o7 MG AA 1606 - - - X
o7 MG AA 1609 - - - X
57 MG AA 1611 - - - X
57 MG AA 1615 - - - X
57 MG AA 1616 - - - X
57 MG AA 1617 - - - X
57 MG AA 1624 - - - X
o7 MG AA 1635 - - - X
57 MG AA 1639 - - - X
57 MG AA 1644 - - - X
57 MG AA 1650 - - - X
57 MG AA 1653 - - - X
o7 MG AA 1657 - - - X
57 MG AA 1664 - - - X
o7 MG AA 1667 - - - X
57 MG AA 1671 - - - X
57 MG AA 1691 - - - X
57 MG AA 1692 - - - X
57 MG BA | 3002 - - - X

=

£
-
o
4
o
™

€

v
)
W

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG BA | 3003 - - - X
57 MG BA | 3007 - - - X
57 MG BA | 3019 - - - X
57 MG BA | 3020 - - - X
o7 MG BA | 3035 - - - X
o7 MG BA | 3036 - - - X
o7 MG BA | 3046 - - - X
57 MG BA | 3047 - - - X
57 MG BA | 3048 - - - X
57 MG BA | 3051 - - - X
57 MG BA | 3053 - - - X
57 MG BA | 3055 - - - X
o7 MG BA | 3061 - - X -
o7 MG BA | 3062 - - X -
57 MG BA | 3067 - - - X
57 MG BA | 3070 - - - X
57 MG BA | 3074 - - - X
57 MG BA | 3075 - - - X
57 MG BA | 3079 - - - X
o7 MG BA | 3081 - - - X
57 MG BA | 3089 - - - X
57 MG BA | 3091 - - - X
57 MG BA | 3093 - - - X
57 MG BA | 3094 - - - X
57 MG BA | 3095 - - - X
57 MG BA | 3103 - - - X
o7 MG BA | 3104 - - - X
57 MG BA | 3113 - - - X
57 MG BA | 3114 - - - X
57 MG BA | 3117 - - - X
57 MG BA | 3125 - - - X
57 MG BA | 3138 - - - X
o7 MG BA | 3139 - - - X
o7 MG BA | 3140 - - - X
57 MG BA | 3141 - - - X
57 MG BA | 3142 - - - X
57 MG BA | 3146 - - - X
57 MG BA | 3150 - - - X
57 MG BA | 3151 - - - X
o7 MG BA | 3152 - - - X
o7 MG BA | 3157 - - - X
57 MG BA | 3161 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG BA | 3166 - - - X
57 MG BA | 3173 - - - X
57 MG BA | 3174 - - - X
57 MG BA | 3183 - - - X
o7 MG BA | 3194 - - - X
o7 MG BA | 3197 - - - X
o7 MG BA | 3201 - - - X
57 MG BA | 3214 - - - X
57 MG BA | 3215 - - - X
57 MG BA | 3221 - - X -
57 MG BA | 3227 - - - X
57 MG BA | 3233 - - - X
o7 MG BA | 3239 - - - X
o7 MG BA | 3240 - - - X
57 MG BA | 3247 - - - X
57 MG BA | 3251 - - - X
57 MG BA | 3257 - - - X
57 MG BU 201 - - - X
57 MG CA 1602 - - - X
o7 MG CA 1603 - - - X
57 MG CA 1613 - - - X
57 MG CA 1615 - - - X
57 MG CA 1619 - - - X
57 MG CA 1620 - - - X
57 MG CA 1622 - - - X
57 MG CA 1626 - - - X
o7 MG CA 1629 - - - X
57 MG CA 1640 - - - X
57 MG CA 1648 - - - X
57 MG CA 1650 - - - X
57 MG CA 1651 - - - X
57 MG CA 1652 - - - X
o7 MG CA 1653 - - - X
o7 MG CA 1659 - - - X
57 MG CA 1663 - - - X
57 MG CA 1666 - - - X
57 MG CA 1670 - - - X
57 MG CA 1673 - - - X
57 MG CA 1689 - - - X
o7 MG CA 1690 - - - X
o7 MG CA 1694 - - - X
57 MG DO 101 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG D5 102 - - - X
57 MG DA | 3004 - - - X
57 MG DA | 3005 - - - X
57 MG DA | 3007 - - - X
o7 MG DA | 3009 - - - X
o7 MG DA | 3018 - - - X
o7 MG DA | 3019 - - - X
57 MG DA | 3020 - - - X
57 MG DA | 3023 - - - X
57 MG DA | 3033 - - - X
57 MG DA | 3035 - - - X
57 MG DA | 3043 - - - X
o7 MG DA | 3044 - - - X
o7 MG DA | 3045 - - - X
57 MG DA | 3046 - - - X
57 MG DA | 3047 - - - X
57 MG DA | 3048 - - - X
57 MG DA | 3050 - - - X
57 MG DA | 3051 - - - X
o7 MG DA | 3055 - - - X
57 MG DA | 3056 - - - X
57 MG DA | 3059 - - - X
57 MG DA | 3061 - - - X
57 MG DA | 3062 - - - X
57 MG DA | 3063 - - - X
57 MG DA | 3064 - - - X
o7 MG DA | 3068 - - - X
57 MG DA | 3070 - - - X
57 MG DA | 3072 - - - X
57 MG DA | 3073 - - - X
57 MG DA | 3080 - - - X
57 MG DA | 3082 - - - X
o7 MG DA | 3084 - - - X
o7 MG DA | 3086 - - - X
57 MG DA | 3087 - - - X
57 MG DA | 3088 - - - X
57 MG DA | 3092 - - - X
57 MG DA | 3098 - - - X
57 MG DA | 3099 - - - X
o7 MG DA | 3100 - - - X
o7 MG DA | 3103 - - - X
57 MG DA | 3107 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG DA | 3108 - - - X
57 MG DA | 3109 - - - X
57 MG DA | 3112 - - - X
57 MG DA | 3114 - - - X
o7 MG DA | 3117 - - - X
o7 MG DA | 3119 - - - X
o7 MG DA | 3120 - - - X
57 MG DA | 3122 - - - X
57 MG DA | 3123 - - - X
57 MG DA | 3127 - - - X
57 MG DA | 3128 - - - X
57 MG DA | 3129 - - - X
o7 MG DA | 3135 - - - X
o7 MG DA | 3138 - - - X
57 MG DA | 3141 - - - X
57 MG DA | 3144 - - - X
57 MG DA | 3145 - - - X
57 MG DA | 3146 - - - X
57 MG DA | 3149 - - - X
o7 MG DA | 3155 - - - X
57 MG DA | 3158 - - - X
57 MG DA | 3161 - - - X
57 MG DA | 3169 - - - X
57 MG DA | 3170 - - - X
57 MG DA | 3173 - - - X
57 MG DA | 3174 - - - X
o7 MG DA | 3177 - - - X
57 MG DA | 3182 - - - X
57 MG DA | 3183 - - - X
57 MG DA | 3189 - - - X
57 MG DA | 3191 - - - X
57 MG DA | 3194 - - - X
o7 MG DA | 3196 - - - X
o7 MG DA | 3197 - - - X
57 MG DA | 3201 - - - X
57 MG DA | 3205 - - - X
57 MG DA | 3209 - - - X
57 MG DA | 3211 - - - X
57 MG DA | 3225 - - - X
o7 MG DA | 3227 - - - X
o7 MG DA | 3228 - - - X
57 MG DA | 3232 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG DA | 3235 - - - X
57 MG DA | 3238 - - - X
57 MG DA | 3245 - - - X
57 MG DA | 3248 - - - X
o7 MG DA | 3250 - - - X
o7 MG DA | 3251 - - - X
o7 MG DA | 3258 - - - X
57 MG DA | 3259 - - - X
57 MG DA | 3262 - - - X
58 | PAR AA 1694 - - - X
58 | PAR CA 1695 - - - X
59 ZN AN 101 - - X -
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2  Entry composition (i)

There are 59 unique types of molecules in this entry. The entry contains 292667 atoms, of which
0 are hydrogens and 0 are deuteriums.

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

atoms.

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
1 AA 1504 32326 14389 5989 10445 1503 0 0 0
Total C N O P
1 CA 1503 32304 14379 5984 10439 1502 0 0 0
There are 2 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual Comment Reference
AA 342 U G ENGINEERED MUTATION | GB AP008226.1
CA 342 U G ENGINEERED MUTATION | GB AP008226.1

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AB 235 1;883{1 12(13 3122 321 g 0 0 !
2 CB 235 ?gfﬁl 12(13 314\112 321 g 0 0 !
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 AC 207 ?2%1 10(16 BTE) 2(8)1 ? 0 0 !
3 cC 207 ?2%1 10(16 BTE) 2(8)1 ? 0 0 !
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AD 208 T%?al 10C66 3219 2(9)1 g 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 CD 208 1703 1066 339 291 7 0 0 0
e Molecule 5 is a protein called 30S ribosomal protein S5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g AB 151 1147 724 218 201 4 0 0 1
Total C N O S
g 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 159 1257 781 252 218 6 0 0 0
Total C N O S
7 CG 159 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
) Al 127 1010 639 197 174 0 0
Total C N O
) Cl 127 1010 639 197 174 0 0
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e Molecule 10 is a protein called 30S ribosomal protein S10.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
10 A 9 T709t5a 1 45(;9 12]7 1(;8 ? 0 0 1
10 ©J 9 T709t5a 1 439 1217 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 TSOE;E? 1 529 11(\318 1((?5 g 0 0 0
1 CK 119 TSOE;E?I 529 11(\318 1((?5 g 0 0 0

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

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

e Molecule 13 is a protein called 30S ribosomal protein S13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR R
IR Y IR EEE
e Molecule 14 is a protein called 30S ribosomal protein S14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
AN e i | 0 | 0 |0
N |0 e | 0 | 0 |0

e Molecule 15 is a protein called 30S ribosomal protein S15.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 AO 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
17 AQ 100 824 528 152 142 2 0 0 1
Total C N O S
17 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
Total C N O
18 CR 0 574 367 112 95 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 7 630 403 115 110 2 0 0 1
Total C N O S
19 CS & 630 403 115 110 2 0 0 1
e Molecule 20 is a protein called 30S ribosomal protein S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 AT % 763 470 162 129 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

a o | om (WO [ 0
e Molecule 21 is a protein called 30S ribosomal protein THX.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

21 | CU 25 goggl 128 ; ?% 0 1
e Molecule 22 is a RNA chain called tRNA-Phe.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
22 AW 7 Tgtlaél 7(2]3 2150 5(;1 72’) 0 0 0
22 AY 17 T30(;D§ 1 123 613\;3 1(1)7 12 0 0 0
22 CW 7 Tgtlaél 7(2]3 2150 5(;1 72’) 0 0 0
22 CY 17 T??é? 1 123 613\;5 1(1)7 12 0 0 0

e Molecule 23 is a RNA chain called tRNA-fMet.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
23 AV [ Tgﬁ 7?2 21;7 5%)8 ; 0 0 0
23 Cv [ T(E)SZI 7?2 215\;7 528 ; 0 0 0

e Molecule 24 is a RNA chain called messenger RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
24 | AX 8 Lol 7(36 » ?6 . 0 0 0
24 | CX 10 gofgl 9C6 3N9 6% Pg) 0 0 0

e Molecule 25 is a RNA chain called 23S rRNA.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N 0O P
25 BA 2803 60378 26870 11297 19409 2802 0 0 0
Total C N @) P
25 DA 2803 60378 26870 11297 19409 2802 0 0 0
e Molecule 26 is a RNA chain called 5S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
26 BB 119 2551 1136 471 826 118 0 0 0
Total C N 0O P
20 bB 119 2551 1136 471 826 118 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
21 BC 191 1142 691 221 230 0 0 1
Total C N O
21 DC 191 1142 691 221 230 0 0 1
e Molecule 28 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 BD 272 2105 1329 417 356 3 0 0 1
Total C N O S
28 DD 272 2105 1329 417 356 3 0 0 1
e Molecule 29 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 BE 205 1564 988 300 270 6 0 0 1
Total C N O S
29 DE 205 1564 988 300 270 6 0 0 1
e Molecule 30 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 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

3 = 208 ?22341 1(%5 31(\)14 2%)2 2 0 y 1
e Molecule 31 is a protein called 50S ribosomal protein L5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
31 BG 181 ?Zt;ll 932 216\318 2(30 ZSL 0 0 0
31 bG 181 ?Zt;ll 932 21(\318 2(630 ZSL 0 0 0

e Molecule 32 is a protein called 50S ribosomal protein L6.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
32 BH 160 1;3;?’)1 7(733 2219 2(2)0 ? 0 0 1
32 bH 160 1;3;21 7(733 2219 2(2)O ? 0 0 !

e Molecule 33 is a protein called 50S ribosomal protein L9.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
33 Bl 146 1;(1);;1 7(233 2151 287 ? 0 0 L
33 bl 146 1;(1);3;1 7(233 2151 287 ? 0 0 L

e Molecule 34 is a protein called 50S ribosomal protein L13.

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

e Molecule 35 is a protein called 50S ribosomal protein L14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 | BO 122 | Gt s m 1m0 4 0 0 0
0o | | s | 0 | 0 | o

WO RLDWIDE
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Page 20

wwPDB X-ray Structure Validation Summary Report

4V8J

e Molecule 36 is a protein called 50S ribosomal protein L.15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 BP 146 ?1);3441 65()]2 21;I7 183 2 0 0 0
36 bp 146 ?1);3441 632 21;7 183 2 0 0 0

e Molecule 37 is a protein called 50S ribosomal protein L.16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
37 BQ 141 ?1);3; 7(135 21112 1(528 g 0 0 0
37 bQ 141 ?1);3; 7(135 21112 1(538 S 0 0 0

e Molecule 38 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
38 BR 7 1;)06t (? 1 539 21§2 1(;9 0 0 0
38 DR 17 go(it (? 1 539 21§2 1(;9 0 0 0

e Molecule 39 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
39 BS 9 T7O7th1 4(;6 1?5 1(??0 0 0 !

39 DS 9 T7O7th1 4(;6 1?5 1(3?0 0 0

e Molecule 40 is a protein called 50S ribosomal protein L19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 BT 138 1142 710 235 196 1 0 0 1
Total C N O S
40 DT 138 1142 710 235 196 1 0 0 1

e Molecule 41 is a protein called 50S ribosomal protein L20.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
41 BU 17 958 604 202 151 1 0 0 0
Total C N O S
41 by 17 958 604 202 151 1 0 0 0
e Molecule 42 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
42 BV 101 779 501 142 135 1 0 0 0
Total C N O S
42 bV 101 779 501 142 135 1 0 0 0
e Molecule 43 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
43 BW 13 896 563 176 155 2 0 0 0
Total C N O S
43 bW 13 896 563 176 155 2 0 0 0
e Molecule 44 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
4 BX 93 726 471 132 123 0 0
Total C N 0]
44 DX 93 726 471 132 123 0 0
e Molecule 45 is a protein called 50S ribosomal protein L24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) BY 101 776 500 149 123 4 0 0 1
Total C N O S
4 DY 101 776 500 149 123 4 0 0 1
e Molecule 46 is a protein called 50S ribosomal protein 1.25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 Bz L 1404 897 253 252 2 0 0 1

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

16 bz L TZBT 85()]7 2213 2(;2 2 0 0 1
e Molecule 47 is a protein called 50S ribosomal protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
47 B0 84 1;30(31 4(le 114\1]0 1(1)1 ? 0 0 0
47 Do 84 1;30(31 4(le 114\1]0 1(1)1 ? 0 0 0

e Molecule 48 is a protein called 50S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 Bl o4 T703t;l 4(630 114\1]6 1(2)5 ? 0 0 1
18 b1 o4 1;);;1 4(630 114\1]6 1(2)5 ? 0 0 !

e Molecule 49 is a protein called 50S ribosomal protein L29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
A L Y L .
IR FY T REEEE

e Molecule 50 is a protein called 50S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
50 | B3 60 Tg;l 238 91\1 ;)8 ? 0 0 1
| w [ S NOS[ 0 | o |

e Molecule 51 is a protein called 50S ribosomal protein L31.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
51| B4 31 1;0521 122 ?1)\; f?) 2 0 0 1
IEEENEN YT HEEERE

WO RLDWIDE
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e Molecule 52 is a protein called 50S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
52 | B5 59 ngl 228 91\5 706 ? 0 0 0
52 | D5 59 ngl 228 é\(f) % ? 0 0 0
e Molecule 53 is a protein called 50S ribosomal protein L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
e Molecule 54 is a protein called 50S ribosomal protein L34.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o4 BT 49 aoltgl 2?7 1155 5?’) 2 0 0 :
o4 b7 49 aoltgl 2?7 1155 5?’) 2 0 0 :

e Molecule 55 is a protein called 50S ribosomal protein L35.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o B | e G s e | 0| 0 |1
o D8 | e | G s e | 0 | 0 |1

e Molecule 56 is a protein called 50S ribosomal protein L36.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
5 | B9 36 gogtgl 123 61\; 4% 2 0 0 0
56 | D9 36 gogtgl 123 61\; 4% 2 0 0 0

e Molecule 57 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

57 | BU 1 Toltal l\gg 0 0
Total Mg

57 | BB 4 P 0 0

57 | BO 1 Tofal l\/ig 0 0
Total Mg

57 | BA 261 Sl 261 0 0
Total Mg

57 | CA 94 o os 0 0

57 | Do 1 Total - Mg 0 0
1 1

57 | cv 2 Total - Mg 0 0
2 2

57 | BF 9 Total - Mg 0 0
2 2

57 | B3 1 Total - Mg 0 0
1 1

57 | B 9 Total - Mg 0 0
2 2

57 | BE 1 Toltal l\gg 0 0

57 | D5 9 Total - Mg 0 0
9 2
Total Mg

57 | AA 93 o3 o3 0 0

57 B1 1 Total - Mg 0 0
1 1

57 | DE 1 Toltal l\gg 0 0
Total Mg

57 | DA 268 268 o6n 0 0

57 | AX 9 Total = Mg 0 0
9 2

57 | DD 1 Toltal N{g 0 0

57 | DB 9 Toztal N;g 0 0

e Molecule 58 is PAROMOMYCIN (three-letter code: PAR) (formula: CosHy5N5014).
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HU”: J,D i -
| .L!;__ “om
Hu"L : "-‘-'/UH NH

i f '
U\:‘.'T ’ . )

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O

58 AA 1 19 93 5 14 0 0
Total C N O

58 CA 1 19 93 5 14 0 0

e Molecule 59 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
59 ON 1 Total Zn 0 0
1 1
59 AD 1 Total Zn 0 0
1 1
59 oD 1 Total Zn 0 0
1 1
59 | AN 1 Toltal Zln 0 0
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12%

52%

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

wwPDB X-ray Structure Validation Summary Report

35%

40/0

Chain AA: T

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

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

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

3 Residue-property plots (i)
e Molecule 1: 16S rRNA

Page 26

L99 6€7D QI 0TV 8LEV 1590 6790 890 L99V ShLD I
1 81D ° 60€D LLEY 1 813y €890 9999 ¥hLD
£90 LETY ® 112D 1 1 LyHY L7180 2890 [ | £7.LD 8780
° 962 TLED 9HHY I 1880 0990 THLY 178D
. ° g62Y TLED 1 | 083 639V 9L 9180
° | %62D 0Len €950 7150 6490 839V 070 318D
65V €62V 69EY 4% £199 8459 1999 | B8 $180
5029 2629 | 89gY 1999 I | L8 9999 8.9 1
%029 1620 198D 09 919D [ ] LELD 118V
I 1 99€H 6£%D 0199 8499 0999 [ | orsn
%30 %82 99£0 8€%0 6090 1 6599 £ 6080
° 102y 1 | 99E0 L€%0 | 8080 2L90 I I 8089
1829 £9€0 9850 L09D 1.8 1599 1089
0829 z9EN 1527 908V 1 959V 0810 9089
690 | 6Leh 19£0 BEDY 5080 8999 9599 [ | 3080
850 820 | o9en ££%9 %0G9 1 [ | %TLD
1D 1 63EV £0gvY [N z590 | gein
1 692V 83EY F 2090 99D 1599 TTLd
0 89TV | .88D 6270 1090 €950 | 0%99 12L0
| ew0 192D 99ED 0099 I 6£90 02TLY 008D
[0 9920 GGEY 6670 [ | [ | 66.LY
1 s9gy »SEN 8649 0999 9g9Y 9TLY 1
6£9 %920 £5EN [ | 1 | ggon STL0 96LD
. gep £920 zSED 5690 $£9D L BT $6LD
L0 ® 9019 TGEY 61D 9gay £€99 €1 1
9€0 | osed 8T%) qggy z€99 ZILY 989
gen 6%ED L LTRD 950 1897 TTLY g8Ly
| we0 6520 | 8pEY 9THN 1690 ® €999 [ | L o1 $8.L0
£evy 8gzy LHED STHN | 0690 2990 9290 6040 | g8Lp
18Ty ) | TR0 68%9 1989 qzov 28LD
9520 SpED £T50 8879 0999 5290 o+ 1819
114} I 1 1890 1 | gzov 080
1 607V 9850 1530 2299 200
[454) zHeN | 80D 589 95GY | 1299 109
1920 LO%Y 850 | 9pe0 0299 | 000
0529 1 [ | $HS0 6790 669V
6%2D ° %099 18%0 [ | [ | $LLD
8ven 8EEN £0%Y | 08wV ® 9799 9699 €LLY
1 [4) 6LHY ST9V 5697 1
1099 [ | 0999 5799 [ | 0LLY
1€€0 | o0vn 7LD | 6830 [ | 1690 69D
0g€D 6650 €150 8£30 1199 [ ] 8919
620 86€0 TLBD 1890 0199 189V 1910
° (5T} 82€d 16€9 TLBY 9£gY 6090 | 9899 9920
o[ gsn | I 96€0 0L%0 ggan 8099 9897 1
o 9% [ R vEsN 2099 890 €94
e €8y [ h) H6ED £€99 | 9090 £899 29LD
° HTEY | g6e0 2€90 G097 [ |
° I T6EY ° | 1een H09Y 6L9Y
° 1689 025V £090 8.9V
° 1289 1 1999 6299 z090 L19Y 934D
° | ozev 88EY 09%9 8290 1090 9199 1
° 6TED 188D 699 129D [ ] 990 €90
° | srEn 98€H 83%H 9290 168V %499 TSLD
) LTED I LSHY [T 4F) I €199 T9LY
iZh) 9TEV G %299 2L99 08.LY
| e 1 £8€D ® 59%0 €299 8830 6%LY
TLD £1€D 1 #9HY zeTay 18399 8.9
1 [4L}) 080 £9%9 1299 | 9ssn L%LD
899 T1€9 | 6L80 | gsvo 0259 a8gy 8999 9%.LD

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

4V8J

wwPDB X-ray Structure Validation Summary Report

Page 27

206D

006V
668D
8680
680

£68D

T68Y

988V
4988V
788V

2880
7880

6.8D

LL8Y
9180

€180
TL8D
T.8D

698V

298D

0980

6€80

LEBY

1

TE8D

0€8H

TL6D
TL6Y

736Y

086D

8%6D

[ovomn |
S%0TD
9010
€%0TD
Z%0TD
T%0T0
0%0TD
6E0TD

LEOTY

vEOTN
€E0TD
CTEOTD
ﬂmmﬂb
201D
E€COTY

T2O0TD
020Td
610TD

L]
LTOTY

L]
® S10TD
® ©I0Td
[ ]

L

010TD
60079

@ L00TD
@ 900TD
°
@ ©00TD
€00TN
007D
ﬂomﬂw
8660
hmmo

w66V
£66V
66V

8869

9860
S$860

186D
0869

e TITID
0TT1D

80710

90T1D
SOTTY
v0TI0
€0T10
2TO0T1d
T0T1D

6010
€607V
T60TY
76010
0607D
68010
8807TD

98019
S801D
80TV
€80TV
28010

08010

SLOTY

€L07T0
TL0TN

4601N
801D
€G0TD

SLTI0
YLD
€LTTD
CTLITY

0LT1D

89T1D

(423 5)]

0971V

8GT1H
LGTTY
9STID
SSTID
PSTID
€STTD

TSTIV

6711V
8YT1D

9YT1D
SPT1D
YP110

ZETIN
TETTD
0ETTN
62110
8TTITY

9TT1H

L1110
9TTID
STTID
YIT10

0%TTD

SETTO

E€ETTY

44

T2Tin
0ZTTV

8TTTD
LITTY

Y1CTD

e
2ITTd
T1210
01TV
60210

v0T10
£0TTH
20TTH

00TTN
66110
86TTD
LBTTD

68110
88T1D
L8T1H

S8TTV

LOETD
90€TD

%0€1D

COETD

S.LTTH

€.210

1L219

98TTY

%9219

(4[4 %]

wiin

ovCTd

SYTTO

E€%CT0
[47441

8LETY
LLETD

YLETD
€LETN
TLETN
TLETD
0LETD

C9ETN
T9ETDH
09€T1D
6GETY
8GETN

9GETY
SGETH
vse1n
€S9ETH
TSETD

67€TD

8EETY
LEETD

YEETD

TEETN
TEETV
0EETY

€TETD

0ZETY

8TETH
LIETD
9TETD
STETD
vIeTY
ETETY

1110
0TETY
60€TD
80€TD

1§91

iaAY)

i442%)
134

0%%10
6EVTD
8EYTH
LEVTY
9EPTD
SEPTD
YEVTD

® <TE¥ID

0E7IN
62710

8T%1N

LI%1D

STPIV
4545

(452
«ﬂ“ﬂo
L0710
90%1D
SO%TH
#o“ﬂu
10919
® 0071V
66ETH

LBETD
96€TN
S6ETY
¥6€1D

L8ETH

S8ETD
¥8€TD
€8ETH

18€1D
08ETY
6LETD

LOSTH

|

L6%TD

9671V
S6%TV

£6%1D

16910
0671V

88%1H
L8710
98%10
S98%1H
ician g
£8%10

0871V

8L%TD
LLYTY

SLP10
254
E€L%1D

TL91D

6971V

£9%TD

e Molecule 1

19910
09%TV
6S%TD

€9%TD
[4iA %)

165 rRNA

13%

51%

34%

3%

Chain CA: ™

89D
190
999D
[9n
79D

z9on

68V
849D
L8G9

80

+

8%0

Svn
%D

(44]
9D
0%

8€D

9€D
S€D
€0
EEY

L

8¢H
LTH

€20
2Th
114]

610
810

9TV
ST

zin
T19

00000000000
<+
@
O

69

99
an

PO
1342
071D
6ETD

LETY
9ETH

TETD
0ETD

9210

+

611D

9110
STTD
7110

CITV

60TV

L0T0

v0TD
€010
{43
101D

- < mmn ©
o= ) Q O
(=] < o o

© N~ o
© ©
(SRS

80
08n

62TO
8¢TH
LTTH

86TV

962D
S6TY

£62Y

6820
88¢H
L8t¢H

i

€8TV

08z¢H
6.2H
8LT0

9.TH

j2x4 )
€LTH

R LDWIDE

PROTEIN DATA BANK

TLTD
(k4]
69CY

S9cy
920
€920

692n
84TV

992N
elstdh]
4]

082ZH
6%2H
8N

Svey

[444]
L5444

6€TN

LETD

€E€TH
TETI

0€TD

w_ 0



wwPDB X-ray Structure Validation Summary Report 4V8J

Page 28

0Lgn
69€V
89€V
L9€D

S9€0

i

T9€D
09€N

LG€D

TSEY

oveD

T9€D

8EEN

Seen
weed

62€0
8TED

oTed

£TED

12€D

00€D
6620

3

6270

LTHY
9THY

(4471}

.

L1%D
91¥%0

€1%0

607V

@ LOPY
90%V

v0%D

{4

66€0
86€D
L6ED
96€D
S6€D
v6€D

TBEV
16€D

L8€D
98€DH

L0SD
908V
G080

€09V
2080

008D

867D
L6%0
96%0
S670

T6%D

88%D
L8%0
98%0
98%D
¥8%0
£8%D

870
08%Y
6.L%Y

LLYD
9L¥D

TLYY
0L%0
69%D

99%V

09%D
697D
8G%D
LGPV
9G6%H
® 99%0

£9%D
TS%0
TST0

PA44

890
1890

6.L90
8LSD

9.L8)
G199

999V
S980
%999

098D

889D

989y
eieiel

® €99D

199D

8¥an
L%90
9%9V

15%4°0)
0%9D
6€90
8€9D
LESD

099n
659V

LS99
969D
<S99n

Lg9D
9290
qTov

0299
6190

€890

® 90.0

999)
S99)

T9LD

09.LY
6S.LD
8G.LD

961D

T8Ld
TSLY
0G.LY

8¥%.LD
L%LD
9%LD
S¥.L0
¥9LD

ThLY

LD

088D
6.8D
8.8V

S.8D

TL8D
TL8D

S€8D

1€8D
0€8D

878D

i

L7180

[ ]
[ ]
@ 8007D

L0O0TD

€00T0

T001D

666D
8660

266V

0660
686D

9860
S860D

£86Y

7869

196D

6560
866N
LG6D
9860

086D
6760

L8010
9G0T1H

%5019
€8070
TS0Tn

0S0TH

SE0TH

® 9201V
S20TD
%201D
€201V
22010

02010
® 61010
[ ]

|

LTOTY
9T0TD
STOTD
%7010
€T0TH

6ETTV

LETTD
9ETTH
SETTO

CETIN
TE€TTD
0E€TTN

LTT1D

STT1H
iZz42%)]
E€CTTTD

LTTI0
9TTID
STTID
YITID
€TTTH

90T1H
SOTTV
70110

T0T1D

960710
S601D

F

6L0TD
8L0TD

9L0TH
SLOTY

S0TTH
%0TTD

Y6TTV

88TTD

i

¥8T1ID

08110
6LTTD

LLTT0

8.TTO
LLTTD

iZx4%)

TLTTD

0LTTV
69CTV

[44 %)

89TTO
LSTTH

SSTTH

18210

8YCT0
PAZ4%)
9vCTH

15574 1)
[4743 )
1574
0%21d
6ETTH

SETTO
YETTD

0€TTO
62TV

§2TT0
114451

0ZeTV
61CTV

L1121V

STTTO
712D

[A34%)]

60210

O

R LDWIDE
PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 29

8T¥IN
LT%TD
o
i454%)
[452%)
CT%#10
11910
OT%IV

LO%T0

S0%TD
v0%1D

i

00%TY
66ETD
86ETD
LBETD

S6ETY
Y6€TD
€6€TD
CT6ETD
T6ETD

S8ETD
Y8ETD
€8ETH

T8ETD
08ETY

SLeTIN
VLETD
€LETN
TLETN
TLETD
0LETD

L

29eTN
TOETD

6GETY
8GETN

9GETY
GGETH
veeETN

0SETD

LYETD

SHETY

08%TV

8L%10
LLPTY
9LPTV
SL%10

ELVTD
TLYIN
TLP1D
0L%TV
6971V

F

€9%1D
°ovIN
T9%10
09% TV
68%1D

LSPTD
98%10
S8%10

€S%TD

0S%TV
67710
8Y¥ID

€¥P10
{4445

0%%10
6EVTH

LEVTY

SEPTH

YEVTD

208TH
TO0S1D

667710

S6%TY

£6%1D

30S ribosomal protein S2

e Molecule 2

8%

.

14%

57%

N
<)
«

4%

Chain AB

vou
€9
oV
19T

891
LG4

Gqqd

o€y
62y
8cd
Led
9zd

e}
N
=

£€cy
T
114:

LTTI
ottTa
S¢Td
%TTS

cTTd

G960

£6A

16d

184

©
@
(5]

[esv |
83
e

284
184

SLA

E€LL

TLA
0.4

891

99D

981V
G8TIL
78TA

28T1I
814
0811

9L13

YLIA

TLII
TLIV
0L1d
6914
89TL

991a
G9TA
$91A

ToTL
19TV

6G1d

a1
® €G7¥

TSTD

6711
8¥Ix
LYTY

£¥13

aars

verE

€ETH
CTETN
TE€Td

8c1d

[vizd}

9ETA
S€Ts
¥eed
£€es
[4%4:S

¥67d
€610
T61S
1610Q
06TL

30S ribosomal protein S2

e Molecule 2

8%

13%

60%

18%

4%

™
~
3

Chain CB

7o
€90
oV
79T

881
LS4

GSd
YaL

191

GTN

@
I3
~

-
o
~
<
@
(5]

)
-
]

©
-
-

<+
-
©

cra
T11

83
LA

960

£6A

L84

©
@
(5]

284
184

9Lb
SLN

TLA
0.4

98TV
G8TIL
78TA

28T1I
814
0871
6.1

9L13

YLIA
€LTY
TLII
TLIV
0L12
6914
89TL

991a
G9TA
$91A

2911
191V

6G1d

a1l
€474

TS1D

6711
8¥Ix
LYTY

441
£%13

aars
0%TH
6ETH

® SETd
vera
€ETH
TETH
TETd

e 82lx

0%eh

9€TA
ggeTs
ve€ed
€ETS
cged

LTTH

L0TY

Y0TN

c0cd
T0TI
0021
66TA

LBTA

S610d
761d
£€61a
261S
T61a
06TL

30S ribosomal protein S3

e Molecule 3

O

R LDWIDE
PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 30

3%

13%

o oM ©
) 0 10 1D Ired
- o =]

12%

52%

23%

Chain AC

€91

ovye

8€Y
LD
9€a
S€d

€€1
TET

0€Y

LT

wCrI

12Ty
0ZTA
6TTd
8TTH

9TTA
STT1
¥11d

(4333

OTTN
60Td

L0TD
90TA
@ S0Ta

@ 20N

661

L631
96D
S6L

1434
1671
063
684

18T
98A

81
€84
283
18D

6.4

LLI
9LA

€.d
[N}
TLY
0LA

89A

99A
SOV
oA

® €67X

T6TL
0674

8811

9814

80CI

90cH

£0cd
20TI
TOCTA

86TA
L6TD
96711
S6TA
61D

30S ribosomal protein S3

e Molecule 3

2%

13%

o oM ©
) 0 10 1o Irel
- o< A

11%

53%

22%

Chain CC

€91

ovye

8€Y
LD
9€a
S€F

€e1
CET

© N~ OO O o 0 © I~ =)
© @ © D0 R ) o O O =)
R I < H DX =

0€Y

LR

¥CrI
€210

12Ty
0ZTA
6114
8TTh

9TTA
ST11
¥11d

[4333

OTIN
601d

e LOTh
90TA
S0T3

@ <C0IN

00TV

o ¢
© ©
]

o
@
=

18D

0LA

89A

994
Sov
oA

T6TL
0674

8811

9814

2811
T8IN
081V
6.74
8L11

G171

E€LTA
TL1Y

691V

S9TL

v91d

097V
661D

LGTI

® 991D

€GTA

TSTA

671V
8¥1d

SPID
v¥1S

THINH
THTA
ovTY
6£1h
8ETA

9eTh
GETH
YETT

CTETH
TETH
0ETA
62TV
8CT4d

9TTH

80TI
LozA
90ca

eo0cd
[du4y
T0TA

86TA
L6TD
96711
S6TA

€6TR

30S ribosomal protein S4

e Molecule 4

13%

45%

~
® m
[ el

40%

%
B

Chain AD

4]y}

SEY

EEN
[43 4
1€0

8TS
LTA

ScH

[44:

0Zx

© o
— -
]

LTA

o
© —
= "

©
©

3

[44 1S

6TTh
8TTH

9110

j23%
€118

88A
189

L0TR
90Cd

%0TI

20T

00zcd

86TA
L6Td

7671
€61d

T6TY

68Td

L1874
98T1

(4239’8
T8TH

8LTA

9LTT

PLTT

TLTd

OLTA

L9TD
99T
SOTI

Ll

8GTI

189TY
0gta
67TV

LYTV
9YTI

6ETYH

e Molecule 4

LETS

30S ribosomal protein S4

1%

45%

41%

3%
L

Chain CD

O

R LDWIDE
PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 31

%91 6£TY
£9X [sem
29 LETS

f
SETT

8¢S
LTR

LTA

oty

8A

99

2021

00cH

86TA
L61d

S6TV
7611
£61d

1614

30S ribosomal protein S5

e Molecule 5

7%

11%

54%

[N 0 © ) NSO O
oo a N MOOmHMmMmon
B o - 3] S0 Am

27%

%
B

Chain AE

~
(2]

0zb

)
-
=

]
R |
HoH oK

v91d
€9TH

0STYd
6v1d
8YTA

e Molecule 5

SHTH
PPIL
£7TY
(47491

8ETV
LETH

SETL

30S ribosomal protein S5

7%

12%

51%

30%

40/0
L

Chain CE

SGA

€41
24d

083

Svd

€71

CTEA

© =)
I3 N
[ ©

o
N
[

(44

0zh

™ & 10
o
oo

Tl

63

L3

LETH

SETL
veETY
E€ETR
ceTV
T€TI
0ogTN
6211
8TTd

STTS

€211
{44 %

6111
8TTI

ETTV
(435

0TT1
60TI
80TV

90T7d
SOTA
Y01V

2otV

00TA

L8S

0Ld
69A
893

€9TY

30S ribosomal protein S6

T811
087Y
6%13
8%TA

e Molecule 6

SPIA
PPIL
AR S
(440

8ETY

20/ il

8%

53%

39%

Chain AF:

96a
vau

[4chy
T9d
0GX
67V

SPT
%D

W
ovA
6%

10
©
<

€EX

0€1
62y
8cYH

9T1

1408
€y

721
611

8Th
LTS

S1a
711
EIN
TN

6A
81

€4

TOTV
007N

681
88A

~
@
5

S8A

£80

30S ribosomal protein S6

18I
084
6LT

[
~
m

e Molecule 6

LY
S41

TLA
T.LY

6%

59%

35%

8%

Chain CF

R LDWIDE

O

PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 32

S9A
e 9

79T
094

e 9sa

€avY
[4ch)

0GX

o < 10 )
S + <
] © 3 -

E€EL

© © » O
N o N @
- ]

o
a
MO

[44cs

in S7

30S ribosomal protei

e Molecule 7

10%

49%

39%

7%

Chain AG

LY

66T

L83
98b

(451
1T
o1y

6A

ov1a
SYIV

374 S

ov1a

YETY

TETH

621d

Ll

0211
61TYH
8TTA

STTY

1118

80TV
LOTY
90Th

%011

[4I%S

o)
)
=

L60
960
s6Y

T6A
063

98K
8N

® 9GTM

® STk
€9TH
4341
TSTA
08TV
65TY
8N
LBTY

in S7

30S ribosomal protei

e Molecule 7

1%

52%

35%

5%
[

Chain CG

0LY
694
89N

[4°F:}
T9A

66T

L83
98b

71d

(451
131]
o1y

3% S

ov1a

YETY

TETH

6213
8TTV

Ll

0211
61TYH
8TTA

STTY

1118

80TV

90Th

%011

[4Iys

661

L60
960
s6Y

T6A
062

[
o
Lo
©

9GTH

25199
€GTH
{444 4
TSTR
08TV
6714
8YIN
LYTV
ovTa
SYTV

S8

in

30S ribosomal prote

e Molecule 8

10%

60%

30%

2%
n

Chain AH

QTN
v1d

Ty
TIL
011

61

LY
a

9I
Sd

€0TA

LETA

SETD

e Molecule 8

€ETT

S8

30S ribosomal protein

%
B

11%

61%

28%

Chain CH

R LDWIDE

O

PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 33

(4229

Ty
TIL
011
60
8a

9I

(4391

01TV
6071
801D
LOTT

€0TA

8631
L6A

6L

N~ © O [
© © © @ O
v XA ~ >

€81

08I
6LA
8.Lb
LL3
9.d

vld

N ™
~ o~
A A

694

L9d
999D

228

LETA

SETD

e Molecule 9

€ETT

8TTH

30S ribosomal protein S9

5%

.

P
©
<

11%

61%

™ § 10 ~ o
m M m m & &+ S
[T [ M <>

26%

0O~ 00 —AmEmd 10 © ©
Rl e] N aaa o
- N | . (TS =

Chain Al

[
=4

7oL
€91
(428

6464
8GH

L
® ¥sa
E£3GA

T84
08T
6%d
8vH
LYT
Eid
Eid}

1eh

64
8D

Sk
[ ]

® 9TIS

TT0

(4431

0ZTH
8TTY

LITH
9TTH

(4358

60TA
80TA
LOTYH
90TV
S0Ta

€0TL
2071

£64

98A

£8Y4

8TTH
® LTMH

30S ribosomal protein S9

e Molecule 9

11%

13%

56%

28%

Chain CI

(429
9V

8TTY
LTTH
9T1S

241

3

0zTY
61TV

LTTH

TITH

80TA

90TV

v0TY
® €0TL
[ %]

661
86d
L6
96'1

b=
[
a

=
s
%

[

Lo
s
>

0 ©
© ©
A=

£8Y4

30S ribosomal protein S10

181

6.1

e Molecule 10

LLT
oLY
S.a
¥LI
€L

0oLd

6%

19%

57%

14%
18%

Chain AJ

® O00TL
@ 66Y
® 861

1,63

S6d
v6A
€69

T6d

680

L8L

G981

)
)
5]

8L

6.4
8LN

30S ribosomal protein S10

9LN
S.I

TLA

TLT

69N
89H

e Molecule 10

991

6%

18%

© © @ ™ ¢ 10 ©
< + < 0 0 10 W0
< == [

55%

[ X )
~
™
o

21%

10%

+

Chain CJ

L9L

® ¥9E

192

o
©
5

)
0
a

[S]
+ <
o

i
+
%

8€I

YEA
€eh

0€S

8Ty

® ¥

42!

© N~ ©
H X 3

<+ 0
Mo

R LDWIDE

O

PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

30S ribosomal protein S11

Page 34

e Molecule 11

5%

8%

8%

O M © N OO
R s <+ & & & 0w
H B =unn BB H DX

54%

30%

Chain AK

€9T
(4}

6Gk
8Gd
LSL
96D

vay

©
IS
=

ST1d
7427

T11a
0T1d

80TI
LOTS

SOTA

T01S

660
86'T
L6V

S84

T8A
T80
08A

30S ribosomal protein S11

8.Lb

e Molecule 11

8%

8%

55%

29%

3%
[

Chain CK

€97

@ 8TIV

LTTH
9TTH

vT
€CTA

T21d
0ZTY

30S ribosomal protein S12

T8A
T8Q
08A

8.Lb
LW

e Molecule 12

SLK

LY
T

89V

5%

14%

0 © N~ ©
10 10 10 10
S N>

47%

33%

3%
[

Chain AL

® €EL3

3

429

09T
694

£38Y

TSV

8%d

YhL

(421
152

6EA
8EL

£y

o
™
29

o
@
<

STY

TTA

189
984

£€8A

30S ribosomal protein S12

e Molecule 12

5%

12%

0 © N ©
10 10 1o 1O
I><&>

51%

30%

3%
L

Chain CL

041

3

229

091
694

Gd

18D
984

£8A

SLH

e Molecule 13

€L8

30S ribosomal protein S13

24%

50%

25%

6%

Chain AM

O

R LDWIDE
PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 35

893
LS4

218

[4stc

083

v
SPA
ve
® Evl

Tvd
oFN
6€1

LEL

fefoicy
YET

€1
0EY

8cy
Led

GTI
® ¥Td

IIN II
!
3]

ozL

8TV

91a
STA

€1
TN
T1d
01d

83

©
[z

2}

® €TV

0ZTTH

8TTV

9TTL

431!

0TTYd

LOTY
90TN

€0TL

T0T0

L6d
961

64
£64

T64
061

884

81

781

6.1

LLN
9LY

€La
LY

89D

19%

57%

21%

4%

e Molecule 13: 30S ribosomal protein S13

Chain CM:

T9H
09A

893
LSY

18
€9A
[4ctc

083

v
SPA
e
€PL

Tovd

0ozZL

8TV

91a
STA

498
TN

01d

84

0
<

® ETTV

0ZTTH

8TTV

9TTL

€11d
[495%]
TIEY
0TTYH

LOTY
90TN

€0TL
CoTd

007D

864
L6d
961

764
£64

164
06T

884
L8R
98D

781

08y

O N~ oo,
~N~N~S
<= H X

LY

698

99T

31%

44%

21%

3%

e Molecule 14: 30S ribosomal protein S14

Chain AN:

89
LGY

Eiep]

€91

6%H
8y
LY

ShY

€70
(4729

0%D
6€T
® 8gd

9€d

TES

624

e Molecule 14: 30S ribosomal protein S14

12D

12k

8TA

STH

E€TL

-
[} ~ oo ol
< H [ &

2!

26%

51%

20%

3%
Chain CN:

o
I:Ia EIE 3 al

893
LS4

+

€41

3

6%H
eid )
L¥1

el

€%0

it
0¥%d

8€D

9€4d

YEL

0EY
6cYd

e Molecule 15: 30S ribosomal protein S15

20

128

8TA
L1H

STH

€11

Td

9%

55%

35%

3%

Chain AO: ™

894

S94
9d
€94
z9b

09A

98T

E£GH

TSH
0SH

VAR

€71

[47:4
LS

6€T
8EY

9€I

1€1

D E

R L DWI

O
PROTEIN DATA BANK

W

erbDeBe

o 0 ~ @
© © © ©
< | H S

[
~
>

e Molecule 15: 30S ribosomal protein S15



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 36

°/ o

Chain CO: ®

9%

60%

30%

e Molecule 16: 30S ribosomal protein S16

5%

N~ 00 o © 1~ 0o
9 10 © © © © © © ©
- ©n S < [ ===

6%

57%

— o OENo
& < 0 10
-~ 3] S

33%

Chain AP:

0
9
5

e Molecule 16: 30S ribosomal protein S16

5%

5%

57%

34%

Chain CP:

e Molecule 17: 30S ribosomal protein S17

« 5%

7%

51%

36%

5%

Chain AQ: T

el

e Molecule 17: 30S ribosomal protein S17

8TL

91d

42!

TIA

o
o =
==

66S
86T

9631
S6X

264

061

9834

€80
T80

089

LLA

S.Y
PLT

Ly
TLd

3%

Chain CQ: ™

6% < 5%

53%

35%

~
2]

~
©
B3

G9I

€94
29S

091
651
8%

96a

3

8K

(4729

(0208

8EY

9€I
SEA

CTEX
€T

6CH

L4

ef4:

148
0L

8TL
LT3
91h

<+
-
£

2is

o
@ o
==

0
=

e Molecule 18: 30S ribosomal protein S18

D E

L DWI

SPDB

PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 37

20%

43%

31%

3%

Chain AR: -

991
991

€90
4k
oM

6GS
891

9GL

€94
24d

08I
6731

LYL

S¥s
A

44
1321

6EA

SeY

3

T€1

9T1
STl

L[]
£€eH

3

e Molecule 18: 30S ribosomal protein S18

20%

6%

43%

28%

Chain CR:

¢4d

08I
6931

LYL

Eid]
791

4Lt

071
6EA

Sed
YER

0€a

9T1
STL

613

e Molecule 19: 30S ribosomal protein S19

15%

17%

51%

L ]
©
3]
©

16%

6%

Chain AS:

09A

89A
LSH

€SN

TSA
oSy

8hL
LYH

TvA
0%I
6EL
8€ES

9gY

YEM

TeA

-
™
it

©ON®OOO-dNMm
HHAH NN
HEXPE AR A=<

ST1

c1a
TTA
014

< ©
©n (2]

T84
08&

LLL

SLY
vld

2L

e Molecule 19: 30S ribosomal protein S19

0Ly

L9A
99N
S9N
ks
€9L

. 15%

15%

54%

14%

Chain CS:

09A

8GA
LSH

€GN
(49

0SY

8YL
LYH

15728
071
6EL

9gY

YEM

[45'8
1€I

T84
08L&

8.4
LLL

SLY
vld

2L

e Molecule 20: 30S ribosomal protein S20

0LY

L9A
99K
S9N
ks
€91

7%

-
©
7]

13%

58%

23%

8%

Chain AT:

S9)
P9a
€91

68V
893
LS4

vau
€41

198
083

L%D
ovE
Eidi]
44

®
<
-

15729

61
8€N

€€1
CTEY

0ex
623

pXa s
9TN
feta: 4
w1
€T
{44y

61S
81h
LTY

4%
€11

011

84

e Molecule 20: 308 ribosomal protein S20

D E

O

R L DWI
PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 38

3%

7%

14%

58%

(X )
<+
o
<

e Molecule 21: 30S ribosomal protein THX

22%

Chain CT:

- ®
© ©
7] =1

8%

441
€91

8EA

9€1

€€1

0ex
62

LT
9TN
a4
w21
€T
{44y

61S
81h
L7Y

~
~
<

4%
€11

011

84

SOTS
7071

201D

00TI

261
1671

684
88A
L8

%81
€84
(42

084
6.4

SLN
LN

TLT

0Ls
69D

99y
o) !

7%

1%

33%

48%

22%

Chain AU:

44

8TA

<+
=
=

O
@ =
~oe

< © 5
o [

o
>

e Molecule 21: 30S ribosomal protein THX

7%

19%

48%

26%

7%

Chain CU:

® 9T

44

[44:

8TA

3

YN
€11

e Molecule 22: tRNA-Phe

26%

67%

25%

5%

Chain AW:

LN
1o}
I3
=<

[ ]

® €10 ELY
cIn TLD

$5 N
019

® 6V 69D

o 81 890
LY L9D
99 99N
b ® 99D
0 oy
€D £99

e Molecule 22: tRNA-Phe

78%

12%

3%

Chain AY: = 9%

e Molecule 22: tRNA-Phe

N
o
(S
I
[0}
«©
N
[o2]
N
@)
=
o=
<
=
O

e 091
e 6sn

® 990
e 9gsn

€80
[4h]

@ 08n
o 6w
e 8%
e L¥n

i1}
jic)

0%d

©
™
<

O

R LDWIDE
PROTEIN DATA BANK

W



Page 39 wwPDB X-ray Structure Validation Summary Report

4V8J

e Molecule 22: tRNA-Phe
3%
Chain CY: = 9% 1% = 78%

o O
© oo 10 © o0 =
Il ® @ ] ™ oS
© <D < <P o

o Molecule 23: tRNA-fMet
3%

. | .
Chain AV: “e% 38% 51% .

[ ]

o 0O~ ©O®DO =N © © K~ 0O
- ~ - AN NN ®m0 & 10 10 10 10 © ©
© © © POLDO VBB > PO<< =D

e Molecule 23: tRNA-fMet
5%
Chain CV: ﬂ,— 47% 40% =7

[ ] (] @
o — o o [@llo ) O DO A © @© o o
o © ~ o ) Mmoo o 10 10 ©
© B W © < v Lo © D<<0OO0O =} << 5}
[ ]
o S0 0N O =N
© © © ©ONKNKNKN
O B v (SRR SNN SR

e Molecule 24: messenger RNA

— < 10 © < ™ o = am
— o N ™ & & S &
< < O [$] (3] (SRR ]

C69
C70
C72
A73
AT74

c24
U25
C26
C29
G30
G31
G43
U51
C52

Chain AX: 21% 13% 67%

0
—
<

e Molecule 24: messenger RNA

U7

© o
-
s D

U20

4%
Chain CX: &% 17% 17% 58%

© ~
-
- D

e Molecule 25: 23S rRNA

A13 @
G18

6%
. - I
Chain BA: 32% 50% 14% .
(X ] o000 (X ]
- -" '°I" °°I° SRR '*I"’ "I‘D-m-“ "’I“’I“’lﬂ : ‘“I"’I" gres “I“’ :
ON OO - o - o o N ANANANNANOMM m m o [32] & S ﬂ‘ 0 0 W0 [T 0 0 O O © 0 O



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 40

{44 %)

€TI0

(%]
607D

LOTD
907D

€07V

660

969

¥¥6D

€69

68D

L

<89
w8y

18D
089

8Ly
LLD
9.0

90

a4 )
[414]

6020
8020
L0V

S02H

€020

102D
00z

8610

®

< m
DWON WO O -
© © © OO KNS~
ANAATANNNN
SO OUD w0

L

S6TV

2610
16TV

681D
88TH

981D
S810
%810
€810

181V

8.L19H
LLTD
9L1H

LD
TLTD

%919

Ta1d
1810
0810

|

SPID
Y910

€¥1D
A [42%]
(444

WTLTD

ITLZD
HT.LZD
DTLZD
41.20
arlen
arLed

€920
4144
192D

¥9¢d
€820
[4:t4]
j3:14 4
082H

L%2H
9%Cd

gven
(474

8€TO
LETD
9€TO
geen
¥€Td
£eTy

0€zn

Lgey
92eH
STV

81TV

912V

0TEY
60€D
80€D

90€N

£0€N
T0ed
T0€D

2620
162D
062D
68V
8820

§9820

[4:14 4
1829
082D

reLeo
Iglen
HTLTD

i

vclzn

MTLTD

STLTH

07.29

3

9LED
SLED

TLED

99€D

agoed
DE9ED

VEOEY
£9€D
® coen

09€D

S8€D

0geNn

697D

997V

v9¥n

T9%0
09%Y

LGPV
98%D

£3%0

i)
S¥P0

EVPY

13747°)
0%¥d
8EYD
LEYD

PEPN
€EVD

8THY

j1471)
(4 74]
6170

(4544
T1%D
0T%d
607D
80%D
L0%D
90%D

v0%0
€070
[4via )

T6ED

68€D
88€D

S8€0
veen

8L%Y

9L¥D
S.vn
254

TLYY
TLYY

109D

869D
680
969D

999D
%990

® 199D
0590
679D
8%9D
L%9D

whov

%90
0%90

8€9D

S29D
%290

{445
114224
0299
619D

9199

8TLD

€TLD
TTLY

8TLY
LTLD

[
<+ 10
-
~
5w

TILD
TTLD
0TLd
60.L0

L

704D
€040

8690
L1690
969D

2690
T69D

€890

9,9V
SL9V
.99

TL9)
TL9D

899D

£6.LY

88LY
L8L0

9LLD

YLLY
€LL0

0LLD
69.LD

3

€9.D
29.0
ToLY
09.D

8G.LD

8%.LD
Lv.L0

vvLd

€ELD

TELD
TELD

6TLD

L

® 6.8D
@® 8.8V

9180
S.8D
v.8D
€189

T80
0.8V
698D

3
+

§980
%989
£98Y

0980

968D

£489H
ca8d
1980
0880
678V

%80

S78D
%80
£98D

6€80

Sesy
€80
€esn
[4%:5)

0€8D
628V

G560
796D

G669
TS6D
086D

8%6D
L%6D
9%6D

£v6N0
%69

vE6D

® <TE6D

0€E6N

LT6D

ST6D

126D
0T6D

816V

916D
4160
$160

606V
806D
L060
906D

€060

668V
8680

@ 968V

%680
® £68)
268D

6880
@ 888D
@ .88Y

® 988D

020tV
67070
8T0TD
LT0TD
9T0TD
STOTD
Y1010

@® <TS01d
® T1801D
080TV

8%0TV
L701D

€%0T0
® 01D

0%01D
6€0TH

LEOTD

SEOTN

[
2EOTY

6201V

@® 92010

%2019

1201V

O

R LDWIDE
PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 41

9%110

YPIID

i
4

A (4294
(44251

0%11D

9ETTH

L

0€TTN
6211V

9TTTY

YCI10

(443 %)]

0ZT1D
61110

LTTTD

YIT1D

60710
80T1N

L

91TTH

60CTH
80TTD

F

Y0TTV
€0TTH
[du4n]
10210

66110
86110

S6TTD
V61TV
€6TTD
T6TTD
161719
06TTH

88110
L8T1D
98T1D
142394
6L110

LLTTY

TLTTD
0LTTD
69T1D
89T1H

99110
S9T10
YoT1D
€9T1D
2oT1d
19110
09T71D
6GT1N
8GT1D
LSTTD

® ©vSIId

1ST19D

0STTD
6%T1D

06210
68CTD
88TTN
LB8TTY

821D

8.LTTY

S.LTTY
YLTTY

TLTTY

0.TTD
69CTY
89CTV

99CTD

v9TTD

092TH
6GTTD

9GTTH

€GTTY

19210
0G6TTH

OvTTY
SHTTD

€¥TTD
THTTY
TweTv
[oiza%
6ETTD
8ETTD
LETTY
9ETTD
GETTD
veETIN
€ETTD
CTETTD
TETTH
0ETTD

LTTTD

F

€CTTD
2TTTO
V12210

8GETD
LSETN

SGETD
baeTy
€GETY

TSETD
0GETD

8%ETD

9%ETD

YPETD

TPETN

6EETD
8EETD
LEETD
9EETY
SEETN

E€EETD

TEETV

8CTETD
LTETD

GCETD

€TETN

TTETV

61ETD
8TETD
LIETY
9TETN

CIEN
TIETD
0TETD
60€TD
80ETY

-

L6TTD

€62TD
262TN
16210

6C%1D

9CHID
STPID
440

LI%1D

2547
€1%1D
[4541)
TI710
0T¥1D
60%1D
80%1D

90%10n
S0%TN

@ €0%1D

T0%1D
00%1D
66€TD

LBETN
96€TN
S6ETY

mmmﬁq
68€TD
88ETD
® LBETD
98ETD

08ETD

YLETD
ELETY

69€TD

v9€TD
€9€TD
29ETD

F

T6%1D

68710

98%TY

Y8%1D

08%1D
6.%1D

L

VA A ]
PLVTO
ELVTD
TLYTY

0L%TD
69%TY

L9%TD

Y9%10

T9%1D
09%TY
6G%TD

F

€871

TS%10

® 0S%1D

® 8¥ID

9%HTO
® VS¥Y1ID
® SHYIV
YPHID

t4a4 4%
15445

6EVTY
8EYIN

9EVTD
® SEVID
YEVTIY

CTEVTD
TEYTN
0ERTD

+

LSSTD
9GSTD
GSSTD
&Sty

TSSTO
0GSTD

L%STD
9%9TD

YPATY

i
F

981D

V8TSTY
8CSTY

92T8Td
etde) 4]
vCaTd
€e81n
0z8Td
619TD
wﬂmﬂb
STSTD
AT
€19TD
181N
TISTO
0TSTD
460STY

9T9T1H
STOTD

0291H

8T9TV
L1910

S1910
Y191V

6091V

L0970

70910

20910
T09TD
00970

86GTD

S6S9TH

€64TD

[ 43 1)

® ¥8S1D

C8STD

TLATY
TLSTY
0LGTV
69GTV

89GTH

99GTV

79510
€9GTH

69GTD

LTLTD
PILTD
LA YA
TILID
TILTD
OTLTD
6010
80LTD

TOLTY
00LTY

L69TD
969TD

€691N
691N

689TY
8891N
L89TD

S89TD

891D

8.91D

SL9TD
vL91D

0L9TD
6991V
8991V
L99TD
99919
S99TV

65910
8G9TD

Te9TY

THoTD

00870
66.TD
86.10
L6LTD
96110
S6.T0
v6.L10

T6LTY
06110
68LTV

3

S8LTV
Y8LTY

T8LTD
08LTV
6LL10
8LL10

TLLTD

L9.10
99170

Y9LTD

[ ] CTOLTY

+
#

SSLTV
YGLT0

TSLT0
TSLTD
081D
6VLTV

V.%L1D

VSPL1D

YPLIO
E€v.10
[423%)

TTLTD
0Z.10
6T.TD

£88TD

6.8TD
8.8TD

9.8TY

981N
mwmﬁa
6G8TY
L]
® LG8TH
9G8TH

PE8TY

TG8TD
79810

@ S8¥8TvV

9%8TD
S¥8TD
Y%810

TH81H
810

LEBTD

TLETY
TLETV
0L6TY
6961V
896TD
L9610
9961V

961D
@ €961n
29610
T9610
0961V
6G6TD
846610

96610

€961V
TS6TY

8Y61D
LY6TD
9%610

6€6TN
8E6TY
LEGTY
9E6TY
SE6TD

b

62619
8C6TY

9T6TN
ST6TD

mumﬂb
ST6T0
wﬂmﬁo
60610
80610
LO6TD

wifin

€061D

6681D

|
6881V
o 88810
18810
@ 98810

881V

S502D

2S0TH

3
ik

ZvoTy
Tv0Cn
0%02D
6€02D

i

SE0TH

0€0TY
620TD

920TH
S2T0TH
%20TH

zcozn

L1020
91020
S10TY
v10CY
€102V
2102)
11020

60029

002D
T00CV

666TD
866TD

066TD
686TD
886TD

986TY

£86TD

86TV
086TD

SL6TD
YL6TD
€L6TD

TCITH

@ 611V

[ ]
L
ST12D
42141

60720

L0720

90720

0072D
@ 6602n
86020
L6020
96020
S602D
602D

6020
16020

8802H
802D
98020

£80TD
80TV

080ZD
6,020
8.0TD

S.020
vL0zn
€020

0.02D

89020

99020
499020
79020
£90TD

O

R LDWIDE
PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 42

€81C0
T8TTH
812D

8L12T)
LLTTD
9LTTY
SL12D

691CY

L9120

€812H
[4:414]
18129
0g12n
6%12H
® 8%1Td

® 97120

€9120
{47414

9€TTI
SETTY
YETTY

® 1€1ed

8CTTH

STTTH

€TTTH
zzien

£8TTH

TSTTH

6vcTn
8%2TH

sbeen
4744
47441
[4744)
13744
Viz44)

L€TTH
9ETTI

veTTd
£ecen
zeeen
T€TT0
0€TTH
62220
82TTH
Lgeey

veeed
€eeed
[4444)

(444]

90TTH
S0TTH
£0zzTn
20TTd
10220

L6ét1en
967120
S6120

2T61TH

68720

981TH
S8T20
¥812H

8T€TH
LTET)

STETH
Y1€TD

(42141}

® O0TeTy

90€TD

¥0€TH
€0€TH
C0ETH
T0€TD
00€TH
662TH
862TY
L6TTO

€62T0
T6TTd
16220

§82Td
%8220

LLTTH

S.TTO
j2k44 )
€.L2TY
clLeen
1.22H

06€TN
68€TH

L8€2N
98€TH
S8ETI

€8ETH

08€TD

8LETY
LLETY
9LETY

vLETD
ELETH

S9€TH
¥9€Td

09€TY
6S€TO

i
L

Lsgen
98€T)
SGETO

€8€TH
[4:1t4 )
19€2H
0G€TD

8veTn
® LPETD
9YETY

L

TYeT)
T9eTH
0%€TH

EEETY

62€TH
8TETY
LTETY

12€TH

6T€TH

£9%C0
coven
19920

88%CH
Lsven
98%20
S8¥%CH
iciza)]
£8¥vey
8vvey
S¥¥Th

4474
£%¥%20

1574

SevTY

192N

LT%TO

4474V

13474}
02%cd
61%Cn

91%20
ST%CH
4544

0T%CH
60%CH
80%cN

90%eN

i

102N

86€TN

96€TH

¥6€TD
E£6ETY

0ESTY
62STH
8csTn
LTSTO
92STH
S2TSTH

cegaen
j14:ta)
0TS8Td

41820

182D

L0STO

£08TY

66%CD

86%2D

v6%2H

£8%2D

092D
9092D

70920
0092y

%6920
£6920
T69TH
168920
068CY

8892H
L88TY

£89TH
28STH

0852
6.8TD
8.8TH
hhmﬂ<
€.92D
TLSTY
TLSTD
0,829
69929
L982H
998Ty
£992n
c¢9sTn
awmwd
8GSTD
9GS8TD
9652

€692H

6%92D

v¥32H
chacy
6ESTH
8ESTH
LgSTN
9ESTD

€ESTY
TESTD

889TN
892N

S89TH
892N
£8920

08920
6,92V
8.92D

i

TL9TH

L9920
99920
S99TV

£99TD
299y

LS9TY
9692n
SG92H
vaoTy
£8920

19920
089zn

® L¥9zn

9%92d

8€9TH
LE9TN
9€9TN
SE€9TD

(4314

629CY

LT9TH
9292d

0292d

L1920

ST9TN

£1920

8092H

STLTY

€2TLTD
2TLTH
119%4 1

61.2D

L1LTH
ot.lzn
S1.20

TrLCV
0TLZD
60429

L04ZD

S0.LTy
042D
€042D

T0L2D
00420
66920
86920
L6929
9692n
96920
692D
£69TY
26920

V1082V
1082V

496.2H
¥6.20
£€6.4TD

06.LTY
68.2D
88.LTD
L8LTD

%8.20
€8.TH
T8LTH

08.29

LLLTH
9LLTy
gqllzy
PLLTD
€LLTD

TLLTD
04429

99429
® S9.TY

T9.2H
09420

® 88.lTy

SSLTO

e Molecule 25

€48.LTY
® TSLTD
TSLTH

67TV
8v.LTY

£88TY
88TV
78820
08820
6,820
8.82n

€.8TY

TL82D
04820
6982D
898¢TY
1,98¢H
99820

@® €€8TD
ce/TN
ﬁmmmu
LT8Td
9z8TY
etd:14]
74:149]
£e8Ty
228TH
114391

818TH
L18TD

S1820
71820

L6820
96820
496820
682D

[
o
L)
@
IS
<

® T168TH

888T0
18820
988TH
S88T0
v8sTn

23S rRNA

15%

50%

31%

<+ 10
-
< ©

40/0
L

Chain DA

90

S90

€9on
290
79D

ieh)

€aY

149

©
d‘
>

S%0

evY
[44)

6€0
8EY

O

R LDWIDE
PROTEIN DATA BANK

9€D

€D
€N

T€D
0€D

8TV
LTH
9¢H
sgn

ey
020

810
L19D

60
8V

~
[

oV

W



4V8J

=
—_
@)
o
Q
a'at
s
—
<
g
=
=
n
]
Q
=
<
=
I
=
5]
o
=
+~
<O
=
—
+—
N
=
D
>~
as)
A
[al
E
=

Page 43

710

€710

(4444

0%1d
V6ETD
6ETD

9ETD
SETD

9TV
4qcTd

L

TV
011D
601D

L0TD

[
o
II:D IIII |III

[re)
©
©

8.LY

802D
L0TY

902D

€020

T0Cd

S6TY

61D
161V

681D
881D

981D
4a81n
%810
€810

81V

841D
LLTD

TLID

791D

[4<h ]
TS10
081D

SPID

T92H

[4c14]
TSev
08ZH

L%TH
9%2d

even
(444

8€TD
LETD
9€TD
ggecn
44
€ecy

0€TN

LTTy
9TTH
seey

I

[ 4oh) 68€D | euvd
BTEY 886D TLBY
| eeen I 15V
zTey oLy
128D 98g0 6999
0zZEY #8EN [ |
610 999V
LT€D %950
97€D [ |
91D 19%0
PIEV 9180 099V
£1€0 1 [ |
z1eD TLED 187

1 ag9ed
£0€N DE9ED

ov¥d
TOED VEOEY SY¥0

N
)
@
(S

1544

157711
0%%D
8E¥D
LEWD

vEVN
E€E€¥D

8THV

j34718
0Z%d
61%0

452

+

TheD (4344
THED 119D
0%EY 0T%d
60%D
8€ED 80%D
LEED ® LO¥D
90%H

w0%0
£0%0

@ Vi.izn

L2€D 260
9z€d 1

q08v

Z0SY

005D

809V

S090

T09D

869D
1680
969D

989D

£89D

%990

7190

2190

TT9D
07199

TE€LD

6TLD

€TLD
TTLY

8TLY
LTLD

STLD

TTLD
TTLD
0TLd

€890

9,9V
SLoV
%99

TL9D
TL9D

[Tg000
%990
€99)
2°99)
1990

T180
T80

808D
080
9080
S08D
w08y
€080
c08Y

008V

L6LD
96.L0

E£6.LY

88LY
8.0

8LV
081D
6LL0

8LLD

9LLD

TELD

S880

648D
8.8Y

918D
G189
v.8D

T80
0.L8Y
698D

5

49980
798D
£98Y

0980

G989

£468D
T468d
T480
068D
6%8Y

%80

S¥8D
?%80
£%8D

6€80

SE8Y
vE8D
€esn
TEBD

0€8D

818D
L1780
918D
S18D
7180
€180

LS6Y
966D
9960
796D

266D
TS6D
066D

8%6D
L%6D
976D

£v60
Tv6D

*

vE6D

0g6N
8T6D
LT6D

ST60

126D
0269

816V

9169
ST60
7160

606V
8060

3

€060

@ 668V
® 8680

® 968V

7680
£680
268D

6880
@ 8880
L88Y

TCOTY
0ZO0TY
61070
8T0TD
LT0TD

0107V

L00TD

S007D

€007D
T0o0TH
TOOTY

€960
296D
T96D

080TV

® 8Y0TV

® £¥0TD
[449%)

0%01D
6€0TH

LEOTD

SE0TN
YE0TD

CTEOTV

0€0TH
6201V

@® 92010

O

R LDWIDE
PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 44

9%110

YPIID
EYITY
A (4294
(44251

0%11D

9ETTH

CTETTY
TETTD
0€TIN
6211V

9TTTY

YTT10

(443 %)]

0Z11D
61110

LTTTD
9TT1D

YIT1D

60710
80770

91TTD

60CTH
80TTD

S0210
Y0TTY
€0TTH
[du4n)
10210

66110
86110

S6TTD
V61TV
€6TTD
T6TTD
16119
06TTH

88110
L8T1D

Y8110
€8T1D
142394

6L110

LLTTY

TLTTD
0LTTD
69T1D
89T1H

99110
S9T10
YoT1D
€9T1D
2oT1d
19110
09T71D
6GT1N
8GT1D
LSTTD

SSTTV
YSTID

1ST19D
0STTD
6%T1D

vLTTY

TLTTY

0LTTD
69CTV
89CTY
v9TTD

092TH
6GTTD

9GTTH

TG8TTd

0ETTD

LTTTD

F

€CTTD
2TTTO
V12210

€9€TD

F

8GETD
LSETN

SGETD
baeTY
€GETY

TSETD
0GETD

8%ETD

9%ETD

PPETD

TPETN

6EETD
8EETD
LEETD
9EETY
SEETN

F

TEETY

8CTETD
LTETD

GZETD

|

TCTETV

61€TD
8TETD
LIETY
9TETN

CIEIN
TIETD
0TETD
60€TD
80ETY

L )

L6TTD

€62TD
26210

L1%1D

PIVID
€TPID
TIVIY
11710
@ O0TI%Id

80%1D

90%10
S0%10

£0%10

T0%1D
00%1D
66£TD

L6ETN
96€TN
S6ETY

€6ETY
68€TD

88ETD
LBETD

08ETH

PLETD
ELETY

69€TD

v9€Td

T6%1D

687 1N

98%TY

Y8%1D

08%1D
6.%1D

L

SLPTD
PLVTO
€LVTD
TLYTY

0L%TD
69%TY

L9%TD

Y9%10

T9%1D
09%TY
6G%TD
8G¥TD

F

€S7TN

TS%10

® 0S%1D

9%HTO
VS¥¥10
SYHTY
YPH1ID

t44 4%
Y710

6EVTY
8EVTIN

9EVTD
SEPTD
YEVTY

€99TD

6GSTD

H

LSGSTD
9GSTD
GSSTD
&Sty

TSST0
08STD

L%STD
9%3TD

b

TPSTD

V8TSTY
8CTSTY

928Td

»2a1d
€281Nn
0TSTD
61STD
mﬂmﬂb
STSTD
$14870
€19TD
cI8Tn
TI6T0
019TD
g60STY
V60STY
609TD
809TY
LOSTY
908TD

%0STD
€0STN

TOSTO
00STD

6€£9T0

929T1H
S29TD

0291H

8197V
L1910

1910
Y191V

6097V

L0910

F

20910
T09TD
00970

86GTD

S64GTH

€64TD
264TD

28810

08TV

LLSTD

v.L9TD
€L8TH

TLSTY
0LSTV
69GTV
89GTH
LOGTV
99GTV

%9810

TTLID
0ZL10
6TLTD

LTLTD
PILID
€IL10
CILTD
TTLID
0TL1D
60L10
80110

[d0A%)
TOLTY
00LTV

L69TD
969TH

£6970
26910

6891V
88970
L891H

§89T10

18919

8.91H

SL9TD
7L91D

04970
6991V
8991V
L991H
9991H

639970
89910

£991D
(422
TPOTV

3

S8LTV
Y8LIY

28LTD
T8L1D
08LTV
6LL10
8LL10

-

TLLID

L9L1D
99.70

¥9L1D

TOLTY

SSLTY
HGLTID

[4:=VAN)]
TSL1D
08.L1H
67LTY

V.VL1D

VSPLTD

YPLID
EPLTD
TYLID

668TD

6881V

188710
988710

7881V
£881H

6.8T0
8.8T1H

9.8TV

79810
€98TH

+

Ye8TY

T8810
169810

8Y8TV

9%81H
S¥81H
¥%810

F

Tv8TH
w810

LEBTD

0€8TD
6281V
8T8TH
L2810
928T1H

1281V

918TH
ST8TV

€18TD
CI8TV
11819
0T8TV

SL6TD
YL61D
€L6TD

TL6TY
0L6TY
6961V
896TH
L9610

%9610
€960
T96T1D
19610
0961V
6396TH
89670
L3670
93670
SG6T0

€961V
TS6TV

8¥61H
LY61D
9610

6€6TN
8E6TY
LEBTY
9E6TY
SE6TH

626TD
8T6TV

9T61N
ST6TD

€2610

026710
6161V

S1670
¥1610
€161V
CI6TY

60670
80670
LO06TD

€067H

[44u4)
902N
0%02d
6€0TD

i

0€0TY
6202H

9202T)
S20TH
%2029

czoen

91020
S10TY
vT0CY
£10TY
2102d
11020

9002)

200TH
1002V

66610

866TH

96610

886710

9861V

£€86T0

1861V
0861D

€TTITH
czien
1212H

@ 6712V

9T12ZH
ST1ZH

60120
(]
® L0T1Z2D

S0TTO

8L02T)
§g.0z0
v.L020n
€L0TD

0.,02H

89020

9902)
$9020

O

R LDWIDE
PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 45

¥87CD
€8TT0
T8T1TH
812D

8L12T)
LLTTD
9LTTY
SL120

99120

€9120
{47414

9€TTD
SETTY
YETTY

TE€TTH

8T1TH

STTTH

Lsgen
98TTH

1S2TH

6¥cTn
8%TTH

gveen
vheen
eveen
[4744)
Tveey
0%2Td

LETTH
9€TTI

¥€TTD
£eeTn
ceeen
1€2T0
0€TTH
62220
82TTH
Lgeey

i{444)]
€eeed
[4444))

022TH

90TTH
S0TTH
£02zn
20TT)
10220

Lé1Cn
961D
S61CO

€61CH
T61TH

68120

9812ZH
S8T20

12ETH

61€TH
8T€TH
LTETO

STETH
¥1€2D

c1een

@ O01€ey

16220

LLTTH

§.TTO
vlcey
eLTTy
cLeen
1.22H

69zTY
89TV
L9gey
99zTY
S9gTn
792TD

cozen
19220
092T)

88TTO

76€TD
E£6ETY

06€2N
68€TH

L8€TN

S8€TH

£8€TH

08€TD

+
i

8LETY
LLETY
9LETY

vL€2D
€LETH

S9€TH
¥9€2d

09€TY
639€TO

Lggen
9G€TO
SGETO

€8€TH
[4:t4 )
TS€TH
0S€TO

8veTn
LYETO
9YETY

L

TYET)
T€TH
0%€TH

E£EETY

62€TH
8TETY
LTETY

89%CH
L9%TD

S9%CO

£9%20
coven
ﬁmwuu
88%CH
L8¥en
98%20
98%CH
i2iza)]
£8¥vey

SY¥TH
4474
£¥%20

(1574

gevey

1255741

yX474)

LgsTn
9ESTD

€ESTY

0ESTY

629CD
8292N

92¢8TH
49TS8Td

ceseen
j14:t4)
0282d

e et ]

21820

L0STD

£08CY

L

66720
86%2D

v6%TD

68%CD
88%CY
L8%TH

98%CH

£8%2D

69%CY

€192

90920

k

L
10920
oommq
%6920
£692n
692D
16820
06STY

889TH
L8STY

£69TY
26920

08920
6,92V
81920

SL9TV
.9TD

TL9TH

3

L9920

S992Y

€992H
T99¢Ty

LG9Ty

va9cy
£48920

TS9¢0
0s9zn

® L¥oTn

S%9TH

8€9TH
Lg9TN
9€92N
S€9TD

€€9TH
[4314)

0€£92H
6292V

LT9TH
929TD

0Z92d

L1920

(X4 )

€2LTd
TclTd
119%4 ]

61.2D

LTLTD
91.LTNn
STLTO

TTL2V
0T.L2d
60429

L0L2H

q0.LTy
$0L2d
€0420

S6.4TD
96420

68.2D
88.L2D
L8.LTD

¥8.2D
€8.2H
T8LTH

08.29

LLLTD
9LLTY
SLLTY
YLLTO
€LLTD

TLLTD
0L.ZD

89420
192D
99,29

09420

9%82H
9%82H

£%8TD

2%8TH

0%82D

€€8TH
cE/TN
T€8TH

1,28TD
9z8Ty
4z8Td
C8TH
€8Ty

818TD
L1829

@ 682N

@ 9g68zn
® ©682H

@® T68TY
T682H

888TD
882N
988TH
S882D
v8szn

: 5S rRNA

e Molecule 26

13%

61%

24%

o
3
IDI

20/0
n

Chain BB

3

81D

~
—
O

(4%

o
© ~ @ o
(ST W OO

O

R LDWIDE
PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 46

811D
LT1D

ST1D

TT1D

60
€69
26D
6D

€80
28D
78D
08n
6.0
8LY
L0

55 rRNA

S.9
w0

IE 888X EI
e Molecule 26

S90

14%

63%

20%

2%

Chain DB

(40
99
09D

88V
LSY
98D
S4n

[4:44
19D
089

8%y

© ~
&
< O

® &
S
[SRC]

1574

6EY
8ED

gen

j44)

0
Y
S

zzn
12D

o
N
©

81D
L1D

10

(4]

01D

o © N~
(3] (ST

811D

[
[
[

50S ribosomal protein L1

e Molecule 27

17%

16%

35%
30% 37%

Chain BC

654

0
I}
a

o = o
D 1O 1
(=

® O0TIW

€974
2913

eishxcs
vaTH
€871
TG8TI

6711
8%IN

t
3

CTETD

6214
8TID

e Molecule 27

€TTA

1228

91Tl

§454%

(414}

80cC4d
L0TL

S0TH

£02H

102d
00Ty

508 ribosomal protein L1

86TV
L6713
96711
S6TV

16TV

6871

1810a

¥8TY

17%

15%

38%

29%

Chain DC

694

oy
et
ca
€ca
(493

® O0CTTH
@ 61TA

® 80TH
® LOTM

1

@ EO0TI

® TOTb
00TI

o
)
-

L]
163

= ™ 0
) ) )
< > (2]

]
68Y

]
183
98Y

€8I
831

08D
6.1

9LY

— ) 0 © © 0
© © © © © ~
3] ©v aom ] =

L810a

781y

@ 0874

@ 8.L1V
LLTH

@® <CTLIH

691D
89TL

TS
€974
2913

feishics
vaTH
€471

e
o
®
-
©

€TTA

[1443

8TCTH

® 91cL

i414%

(4148

6021

L0TL

G021

£0TH

102d
00T}

86TV
L6713
9611
S6TV

16TV

e Molecule 28

6811

508 ribosomal protein 1.2

16%

50%

32%

Chain BD

R LDWIDE

O

PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 47

B

0LM
694
89%
194

€94
(428

693
8GH

L

[4e1

0GL

8y
L%D

SPN

£vY

D
0L

3

SEX

ey
0gx
62d
8CH

tact

9T
S1d
w1y

(43

©
o

vETH

0z1d

LITA

STT0

(431}

601a
801d

9071

[40%’s
T0Td

660

L6&
96H

164
L8N
¥8L
€83
[4:29
18V

6LA

LLY

S.I
LD

Tl
TLQ

£0CN
[4as
TOCH

86TN

L61D
96TA

06TA

881d

98TH

€874
2811
813

LLTT
9LTH
SLT1

ELTA
CTLIK

991h

G911
15

Tae1d
TSTH
08Ty

8¥13
LPTT
ov13

E€VTH
(47478

0%IL

LETd
9€TI
GETA

0TI
6924

992S

v9TH
£9cH

T9TH

64Tl
86T

982TH

6¥%cd
8¥%cs

S¥Td

€%2H

9€TH
g€Th

ceTd
TECH
0€Ta

LTz
9TTH

veey
€ceh
[444°S

61cd

1

1414,

T1Ts

0T2ZH
602V
80T

9021

508 ribosomal protein L2

e Molecule 28

8934
94

€94
(4229

691

15%

< =0
0 [re}
~ =

o
Ire)
~

=3
I
B

e 8¥Y
@ L¥D

SN

£vY

51%

%D
0%l

3

SEA

€ca

30%

OTH

vy
€14
(4%

O/O
. B

Chain DD

© N~ ©
[T

CETd

0ETY
6CTN
8T1H

a1l

ccra
TC1d
0z1d
61TV
8TTA
LITA

STTh

(434}

601a
80Td

9071

YOTA

[40%'s
T0TH

660
86A

96H

164

[dvas
TOCH

86TN

L6TD
96TA

06TA

88Td

98TH

£8TYH

63TV
8GTV
LSTH

9971
PSTH

{44 ]
1STH
0STY

6924

99TS

voTH
£92H

T92Y

68CTL
86Ty

98zH

1829

6%cd
8%Ts

9%¢d

£%CH
{4441

9€TH
S€TH

zeed
TECH
ogea

Lzen
9TTH

j444 )
€TTH
ceed
12CA

612d

+

j414;)
€12
[424Y

0.2I

508 ribosomal protein L3

e Molecule 29

2%

21%

49%

26%

Chain BE

® ©
() (=]

29d

894

GSN

T84

L¥A

©
<
-

[a]
& <
Ao

L2t

=)
<
5]

LEY
9€Y

YEA

CEd

0€d

8cy

9TI
STA

€A
zcd

614

~
—
a

S1d

CIL
TIH

o
~
b

LA

8T1S

445

3

cTTd
TCIN
0ZTH

9TTA

€174

TTTY
0TTH

807TS

TOTA

0073

L63%

S61

€64

o =
o o o
B> B

889

a8N

£80

T8I
083

<
~
[

194

S9D
o
€91

L6TI

761D

88TA
L8TV

S8TH
Y8TA

2811
1811
08TN

8.1d

9LTI

vLTa
ELTA
TLIA
TLTH
0LT1

89TH
LOTA
99TL
SOTA

-

191D
09TX
6GTH

SGTH

[4)5'}

6714

CETH

@ ©ocTy

ToCTL
002H
6674

O

R LDWIDE
PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 48

508 ribosomal protein L3

e Molecule 29

3%

22%

49%

25%

Chain DE

¢9d

— ™ 0 ©
0 0 0 7}
[ a = o

L¥A
il

£€%D
va
1528

=)
<+
m

~
™
5

9EY

YEA

ced
1€0
0€d

© =3
@ )
(2] 13

LT1
oTI
ScA
oL
€A

674

~
—
a

o
s
5]

S1d

CIL
TTW

LA
99

€D

8CIs

i£4%)]

3

2TTd
TN
0ZTH

9TTA
ST1D

€114

TT1Y
(3%]

80TS

ZTOTA

0073

L6%

S61
v6d
€6A
6L
T6A

G8N

€80

T8I

vld

LY

L6TI

61D

88TA
L8TY

S8TY
Y8TA

[4:3%)
811
08TN

8.13

9LTI

vL1a
ELTA
CTLIA
TLTE
0471

89TH
LOTA

S9TA

3

191D
097X
6GTH

SSTH

{4358

6714

LY1d

SYTA

€YIN
[44%)]
TPTI

8€Td
LETH

SETH

e Molecule 30

EETH

e %oTy

T02L
ooca
66TH

508 ribosomal protein 1.4

16%

59%

24%

40/ o

Chain BF

91
€94
(4L

3

88V

eleic
GSD
oy
€4L
[4ch's
T8L

3

v
it

4208
(444
W1
(V4]
6EM
8€Y
LEA
9EA

YEM
€E1
TE1
TE€H

8cI
Lgd
4

L14

e 01d

11
€TT1

6174

L1TH
911a

€11V

07711

80T
LOTYH
907TH

€07
20Td
T0T1
00TL

064

[
0
-

0 ©
0 ©
[T

[Nl
© ©
o

o
@0
<

9.9
S.H
vlY
eLY
LY

G9M

ELTA

TLTd
0LTT

LTV
99TV
SOTH

€9TA
(4151
1913

8GTL
LSTA

SGTT
HSTA

[4h %

6%1d
8YT1

OYTV

1445
15441

15434

e Molecule 30

6ETd

LETH
9ETL
SETH

9021
S0cH

€ozh

TocA
00c=
66TH
86TV
L61a
9611
G610
P6TH

m L4

50S ribosomal protei

O/ o
B

16%

60%

28%

Chain DF

=i
et
€31
[4:h’8
TSL

8L

TH

w211
€211

6114

L1Td
911d

PITA
EITV

0TTT

80T
LOTYH
90TYd

€0TYH
c0tTd
1071
00TL

96a

1
B

169
064

88A

98D
S8

[ ]
© ©
H o

o
©
<

9LD
SLH
¥4
eLy
cLe

Som
P9I

ELTA

TL1d
0471

L9TY
99TV
S9TH

€9TA
[4s1 %)
1914

8GTL
LSTA

GST1
PSTA

c81d

6%1a
8%11

i)

445!
1544

TPV

e Molecule 31

6ETd

LETH
9ETL
SETH

9021
S0cH

€o0zh

ToTA
00z=
66TH
86TV
L61a
9611
G610
P6TH

in L5

508S ribosomal protei

O

R LDWIDE
PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 49

4%

18%

64%

17%

Chain BG

Tov L ezia
0971 STTd
8sl €TIN
LSY 1
98y 0CT1
GGy 611D
j2crcs 8TTH
€91 ALz e
| eer 9T1Q
ToY ety
T
8vd CTid
i TITT
9wy Comv
gva 60TA
i44) 80TN
€71 L0TT
[4745] 9011
TH SOTYH
Coown %018
6€I €0TT
[ | 2074
etoxcs
| ower 661
£€Y 864
TEA
| oed g64
62 1
8TA T6A
Len 164
9zh 0671
- O 689
o 881

989
0z1 o 8
611 £8Y
813 ———————

9.8
e1d e Gl
49 1
TTA e o

B

83 69V
L1 [ sed
ov 193
SA 990
Lo 599
€1 %91
zd €91

@® T81Y

0874

L9173
991a

vo13
€91V

TOTL
09TA

84TV
LGTI

SGTH
¥91D

STl

3

8YIH
L¥1a
9YIX
SHIL

508 ribosomal protein L5

e Molecule 31

18%

64%

5%
16%

Chain DG

TV

154]

NMEWON 0D - o
o000 o0oOo -
P R R e e e I -
BAENMAOAS > = -

6€I

9€N
ged

ey
ced
TEA

62M
8TA

9zh

0ZI

8TH

€14
(423
TTR

o ™M © N ©
A a < J

9gTd

€TIN

0T11
611D

@ 8TIH

6610
864

S6d

<S89
ey
£8Y4

® T8TY

0874
6L1d
8LT4

9LT1
SLT1
jZA %!
€LT1
TLT1
TLTY
0LTYd

L9173
991d

913
€91V

T9TL
09TA

88TV
LSTI

SGTH
%319

{4151

-

8YTW
Ly1a
9%TR
SHTL

508 ribosomal protein L6

(44
TPTd
0%TI
6E€TT

e Molecule 32

1%

16%

54%

26%

. 15%

Chain BH

09y
694
894

o000
Lo
[
)

® <cTed

® 6cd

L
® 92A

® €Ty

® 0TV
@ 6TA
e 813

918
STA

€014
2TIL
TCII

[40a )
ToTY
007D

o000
©
w0
=

® T.L11

69TA
891d

A2

91D

[4hxs
TSTI
08TV
6714
811
LYIN
VIV
SYIV
447
€710
[44%)]
TvIA
[0i4%)

LETA

508 ribosomal protein L6

SETH
YEIS
E€ETA
CETYH
TETA
0ETY
® 6CIL
® 8Cld

9T1d

[t}
N
b
>

e Molecule 32

11%

19%

52%

5%
15%

Chain DH

8%
PAZS
9vd

47}
155208

[0hc
6ed

LEA
9€d
SEA

€€1
[4%}

0€x

[
I
o

Le

©
I
=

@
I3
o~

ozy

8TH

918
STA

c1d

9¢1d
GTTA

€014
2qTL
TC1I

811d
L11d
9114
STIA

CT1d

0118

LOTA
9071

3

20TY

007D

v6L
€69

169

681
88T
L8T

b
©
5]

6LA

9LA
SLY

€LY

O

R LDWIDE
PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 50

e T.L11

@ 697A
891d

)

91X

191D

[4:32'1
1971
08Ty
69TY
8%TI
LYIN
9bTY
STV
HTA
€7D
(421}
THTA
01N

LETA

SETH
veTS
EETA
CETH
TETA
0ETY
6CTL
8CTd

508 ribosomal protein 1.9

e Molecule 33

o
©
(5]

86T
LGY

26%
II‘n : IIIIII:n IIln II
3 < DD W
m o= <o<

3£
0L

LEA

vED
ey
ced
1€71

54%

6CL

Lzy

0 o
oo 5]
XA <

[v)
0
<

LN J
~ o oo
- A
o=>A

18%
™
s

9%

Chain BI

611d

L1T3

Y111

TIIA

011d
6071

LOTA
901D
SOTH
010

COTS

00TV

T6S

68K
881
L83

©
0
B

S
0
[

[
0
%

6.1

9LL

®
=
(%]

(] (]
$ 0 OO DO
© © ©©O oK~
<N

o
©
B3

12958
0ETX

LTTA
9TTR
SgTE

£TT'T

508 ribosomal protein 1.9

e Molecule 33

22%

59%

16%

3%

Chain DI

(4228

093

194
99)
SV
»ab

[4:t
18I

8%
L1
i}
Svi

E7N

13
0L

LEA

veD
€Y
ced
1€1

6CTL

Lz
9Ty

wTh
€2d
(44

oza
6TA
8TA
LTD
919

€19

TN

611d

L1172

Y111

TTIA

011a
6071

LOTA
901D
SOTH
010
® €07¥
20T1S

00TV
663

168

681
881
L84

[
©
0
=1

508 ribosomal protein L13

e ¥8d
£8Y

08d
6.1

9LL

€3

TLI
0.3
694
891

993
SS9V
93

i)

TETH
0ETR

LTTA
9TTR
ST

e Molecule 34

€211

21%

49%

O~ 0o o <
AN NN ®mo 0o
P I R A |

25%

%
B

Chain BN

(42
T9¥

693

9%A

¥vd
EPL

~ -
™ <+
i a

10
)
5

<
N
©

114}

618
8TV
L1Q
971

1Td
(0]}
6A
80

SA

€L
(4}
TH

€ETD

1€T0
OETH

8CTH

YTIV

(449

0211

L1174

231
€110
(A%
T11d

3

LOT1T
90T

i40%)

™
o
—
=

[
[
|

)
o
=

963
S6d
¥6H
€61

1671
061
683

18D

o m o
N~ ~
R o

S9%

LETH

L13

11

50S ribosomal protei

e Molecule 34

21%

51%

© N~ 00O o <+ 10 ~ -
AN NN ® ™ ® M ] <
R |2 o £ =]

24%

Chain DN

(47N
To¥

693

O%A

Pvd
EhL

&
I
©

e

614
81V
L1a
911

T1d
ora
6A
80

SA

eL
(44

O

R LDWIDE
PROTEIN DATA BANK

W



4V8J

=
—_
@)
o
Q
a'at
s
—
<
g
=
=
n
]
Q
=
<
=
I
=
5]
o
=
+~
<O
=
—
+—
N
=
D
>~
as)
A
[al
E
=

—

0
<)
Y]
<

[am

T€T0

L1174

231
€TI0
Tl
TT1d

3

LOT1
90TH

vOTx

661
86A

964
96d
Y6H
€61

T6T
06K
684

98d

281
78D
089
6.d

*

€LL
TLK

508 ribosomal protein .14

e Molecule 35

10%

52%

38%

o
=2
=4

Chain BO

£La

0LY

894
L9
99
S9L

€94
(42

09Y

18V

674

LYI

3

(474

oA
6€1

SEA
YEL

[498

62N

ST

£2TY

120

[
)
=]

6TI
8T

9TV
STD

(414
1TV

63
81

oL
st
vd

e Molecule 35

{49
TH

(44 9¢
TCTA

611d

9118
STTA

*

1114

6013

L0oTH

v0TY
E0TV

10Td
007D
664
864

764

o ¢ O N
© ® (@ 0 0 D
<<= HH=

18a

6.4

LLI

SLS
w0

L14

508 ribosomal protein

14%

. 3

35%

51%

b
[
©

i

50S ribosomal prote

Chain DO

£8Y

8.LY

€La

SOL

T9A
09Y

09D

LYI

(474

6€T

LEQ

SEA
YEL

CEX
€)1

Se1
248
144

0Zi

+

b
-
=

o
—
a

=
o ™ 0 © © =
HohoH | =

1

611d

LTT1
9118
STTA

+

O N © o = AN
ssslgsa
e Molecule 36

L15

111

28%

49%

o ™
®m M
[

17%

3%

II‘D IIN II.E'1
= - -
o < 1

Chain BP

(48

09l

®
© I~ ©
10 10 10
==

o ¢
0 10
[T

184
0y
674

il
SP1

£%D

8el
LED

<
™
S

STs
wTh
£2d

114}

STY

N ©
g 0

®
10
a

€211

TTIH
0ozTY

L1173
911D
STT1

€TTA
CT11

OTTX
601D

€07V

TOTA
0071

@
[
A

~
[
a

96L
S6A

€69

) [4ekS

064
68Y
88T

98%

78N

084

8.d
Ll
9LN
SLI

cld
TLA

99D

SP1d
1R
€%1D

50S ribosomal protein 115

0vTV
6ETH
8E€TT

9€T1d
SETT
YETY

e Molecule 36

CTETH
1€18

LTTV
9TTA

N
X~
]

48%

19%

30/0

Chain DP

Q
©
=

89L
LSL
998
S9Y

9eN
GEH
YED

CTEL

LCH

74
£€ed

14:

o o
= -
[ -

8d
PAS

Sa

66T

L6d
96L
S6A

€69
6

064
68Y
88T

9831

8N

08&

LLY
9L
SLI

cld
TLA

99D

29T

O

R LDWIDE
PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 52

SP1d
v1E
€%1D

508 ribosomal protein .16

0vTV
6ETH
8E€TT

9€Td
SETT
vETV

3

LTTV
9TTA

e Molecule 37

€211

1%

57%

29%

6%

Chain BQ

sTa

© Il <
- o Il
£ £ ©

9TH

21"
341]
[41]

o1y

& ~ @
[ =

TETI
0ETH
6CTL

LTTI

9211
i£45 )
€CTH

0ZTI
61TH

91T1d
STTW

€TTH
(A

60TA

LOTV
90TA
S0Ta
7014
€0TH

001D

e T¥Ib
® O0%IV

e Molecule 37

LETR

SETA

€ETH

L16

n

50S ribosomal prote

°/ o

14%

59%

24%

Chain DQ

N
aNN®
]

0
o
a

weh
€2D

61D

91Y

»1Y
€1h
[41}

0Ty

< ~ Qo
% = Ko

TETI
0ETH
6CTL
8TTA
L2371
9¢1d
GTT1
445
€CTH

0TTI
6174

9113
STTH

€110
(43X

0 © N~ © O
S O oo o
P R e R ]
> <o >

%014
E0TH

T0TYH
001D
66d
863
L6A

15a1]
® 0TV

LETR

SETA

e Molecule 38

€ETH

508 ribosomal protein 117

O/ o
B

17%

50%

31%

Chain BR

894
L9T

991

€94

3

630

3

Say
%91
€GH
[4:33

L

PAZ:S

SHY

LEL
9EL
SEL
YEL

+

o -
2}
4

LTS
9Ty

[44
1125

9TH
S18

- )
© ~ = -
[z = )

8114
LTTA
9111
ST1d
2278

TT11

60TV

L17

2013

L6A
964

064
680
884
L8
984
98d
v8v
€81

180

LLY
9LA

e Molecule 38

250

TLh

n

50S ribosomal prote

°/ o
B

16%

49%

32%

Chain DR

€94

PAZS
9%
ShY

6TV

9TH
S1S

- )
= =
= )

© N~
v ©

&
=

8114
LTTA
9111
S11d
2278

1171

R LDWIDE

60TV

cotd

6631

L6A
964

064
680
884
L8k
984
S8d
w8V
€81

180

LLY
9LA

§Z5 )

O

PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 53

e Molecule 39: 50S ribosomal protein .18

3

12%

29%

43%

N
I
©

I © = 0 >
© ) 3 o) )
= - [ ) =3

e Molecule 39: 50S ribosomal protein .18

13%

Chain BS:

aSY

[psT |
€98
298

08s
67A

6€1

@ VEH

TET

0€Y

8CA
LgS

It}
N
~

L14

9TN
STY

COoTV

[
@0
|

12%

29%

44%

I\
o
©

13%

2%

Chain DS:

TON

qqv

€6S

18Y
08s
67
8%1
LYL

42!

va

6€I
8€l

0 -
) )
- B

YEH
£eN

0€Y

8TA
P4

0zy
6T

L14

STY

€14

® 801D
L0713
907YH
S0TY

(494

T6d

<0
@
<

o
©
P}

081

LLY
9L
S.d

€L1
cLY

0L
691
890

o9V
SG9A

€9L

e Molecule 40: 50S ribosomal protein L19

5%

~ @ —
0 0 ©
[ 3 =

25%

45%

24%

5%

Chain BT:

198
997
S9)

2oL

10
)
=

154
08I
671

+

(4729

0L

@ 8EN

SEN

1€8

e}
[
[

@
N
-

(44

ozd
611

€14

84

TETV
0ETY
6274

LTTY
9TV

4414

*

0cTY
611X
81TH
L11d

225!
€TTY
(4315

0T7I
6072
80T¥
L01a

YOIN
€07Y

1014
007X
66T
863

964

76V

T64
060
681

98I
983

281
18d

[
~
£

LLd
9L4

€LE

69D

@ LETY
® 9gTd
® SeIv

e Molecule 40: 50S ribosomal protein 1.19

€eTd
CETH

« 5%

25%

45%

2%
23%

Chain DT

09L
691

PASES
98D

Lt

8Y1

Svd

€70

Ty
® 0L

9eHd

YEA
€N

1€8

@ o 0 © o
- I o o
A & = =

81a

=
L

STA

8cTd

STTH

(4414

0ZTH

8TTH

I

PIT1

[431)

6073

90718

€07H

661
861
L6Y

€64
269
164

881
180

G831

€81
281

Qi1
2

TLA
TLD

vou
€9A
2oL

9eTh
SETV
vera
€ETH

TETY
0ETY

e Molecule 41: 50S ribosomal protein 1.20

12%

62%

25%

3%

Chain BU: ™

R LDWIDE

O

PROTEIN DATA BANK

W



Page 54 wwPDB X-ray Structure Validation Summary Report 4V8J

I\l
.

R10
R12
K13
Hi4
117
L18
K19
L20
G23
Y24
G26
L27
R28
529
K30
531
F32
R33
K34
R36
E37
T38
L39
F40
A41
A42
N44
Y45
A46
Y47
R50
R52
R55
F57
R58
R59
L60
Wée1
V63
R64

[ ] [ ] o0
o - A 0 O~ O A ™ & 0 ~
© DO AN <+ ©0 (o] — (] (2] - m 0O~ 0 o O o OO OO OC - - o -~
© ON~MNMNDN ~ ~ ~ [ee] 0 [e¢] (] DO o o o o o ~
= OomMmom = Eal |3 = =] =] a MEaAd<= A4 > ok om TR I B ] < Mo o
- ——
Chain DU: 25% 62% 12% -
oN — - - - o o N o N NN ANNMMMMM M MMM R S 0 0 0 [ToINTo RuTo RNV RNTe] © O
=% - - - o X o > [ LS . 7 B SR 7 W ) - =5 I T B “PRr R = o< " -4 -4 [ - > o
o - 0D OMN~WO O m < 0 ~
© > o - <+ © © - o mm o = ™ 4 0 © N~ o S oo R - S S -
© O~ NN~ ~ ~ ~ (o] 2] [=°] (2] DO - o o o A o ~
= O @omn -1 > B - =1 =] (=} MEaAdAad4d N TR T S B | < Mo (=4

e Molecule 42: 508 ribosomal protein L21
4%
. _
Chain BV: 25% 53% 19% .

o [ ]

o ™ & o < 10 ~ - © N~ © om0 N~ © o = < 10 N~ o

- < 10 © © = - b ial Q a ] ] 2] M m m S S O & 1D 10 1D 0 10 0 © ©

= H > © Mo ~ > = ] - - (2] A=A LR R o = o A= B> o < = = A
[ ] [ ]
o
<+ 10 @ — N Emw © o WLENO @ O a 4 1 © © S o
© © © N~ ~ N © © © Q 0 N @ D O O <) =
) = A= [T = > = == Y 2] A A H 5] e o

e Molecule 42: 508 ribosomal protein 121
2%

. -
Chain DV: 25% 53% 20% .

[ ) o
- o <+ 10 © «© - o - - o oo o 3] 3] m m m s A R S & 0 0 W 0 0 0 © ©
= H > X © M o " > =] B - - [} > A LRI I 2] = o a == o o< = =
-I I- -
<+ 0 @ N o © o - W O O o & 0O N~ 0 o o
©0 O © ~ ~ N~ 0 o] 0 O O (=] D oo - o
oo 3 Ed [T o > E3 ~ o 2] = H X | " o
e Molecule 43: 50S ribosomal protein 22
6%
L - -
Chain BW: 32% 53% 13% -
[ X} [ ]
I I B MNOINIM 2z e e oo 2 e Mlolalw-mlmr
- am n ©0 Q O - - AN N IS} o N [} (22} M m R s s <+ & & w0 w0 w0 0 0 © ©
= [ < M g o> > L= M>mAa> a H o M (5] = - =) tal = o = [55) = < =< =] =
[ ] [ ] [ ] (]
- Nm ©0 0 O O o
O w00 N M M~ OO mms mmh 0 O [To Rl e B} o O Ommo oo -~
© © N~~~ ~ o~ © 0 © (o B e e i) o sl o -~
= ~ Mo A ~ A o HoH M Mo [ 9-- ] - © X ©
e Molecule 43: 50S ribosomal protein L22
¢
L s
Chain DW: 30% 54% 4% .

WO RLDWIDE

PROTEIN DATA BANK



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 55

894

[43%)]

OTTY
6073
807D

9071

€0TI
COTH
T01S

664
L6)1

961
S61

064

884
18d

8y

8.4
LLa

eLY
TLY

e Molecule 44: 50S ribosomal protein 1.23

691

6%

51%

40%

Chain BX:

TLY
LD
0LT

894

99T

wou
€91

199

6GA

9GL

€64
261

681

»8Y
£8A
z8h
781

8Ly
LLY

+

e Molecule 44: 50S ribosomal protein 1.23

™
~
~

0/ .l

Chain DX:

7%

52%

38%

LD
0LT

894

99T

wou
€93

199

o=
0 ©
N

©
I
=]

7S

6D
€64
T6T

681

»8Y
£8A
[4:1}
184

8.4
LLY

+

e Molecule 45: 50S ribosomal protein L24

€L
LA

8%

5%

22%

43%

16%
28%

Chain BY:

9EY

=
12
=

LTA

1

{4

864

S63

€60

— o
QO
[ =1

88Y

~
©
o

984

84

9LD
S4I

TLA
LY

3

e Molecule 45: 508 ribosomal protein .24

~
©Q
]

8%

5%

24%

42%

o ©
™ ™
=4 -

21%

8%

Chain DY:

I )
10
©
<

0
e}
S

<+
10
x

TSA
® 0%Y

® 8vy

i
SPA

EPN

%D

~
o
=

+

[44)

864

G631

€60
T6N
162

88Y1

984

84

28d

9.0
S4I

TLA
TN

e Molecule 46: 508 ribosomal protein 125

99d

14%

20%

50%

16%

9%

Chain BZ:

D E

O

R L DWI
PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 56

N~ © o
0 0 ©
H > 5]

o
[re)
0

87

0
IIIIII‘*
=

Gex
PEN
€E€T

€T1a
[49%}

0ZTI

6113
8TTh

9TTA

861
L63
964

v6d
£6d

€8d

284
T8Y
084
6.4
8L
LLa

SLN
VLA

[k

TLA

69L

9D

ELTY

TLII
0L1L

PoTV

QeTH

CEIN
TETH

6218

LTTA
9TTA
GTT1
werI

50S ribosomal protein 1.25

e Molecule 46

14%

20%

51%

15%

8%

Chain DZ

191
093

8GA
LSI

{41
18V

84

ovN
Sva
wva
eva
(4708

07a

veEN

[491S

0Z1I

@ 6112
811D

9TTA

60TV

7014

€07¥
20711
T0Td
00TA

53%

861

96A
S96d
v6d
£6a

16T

© o O (Sl
~ N @ © ©
- ~ oA

L.a

<+ 10
~ N~
==

cly
TLA

%90
€9a

13%

YLIA
ELTV

TLTI
0LTL

69Td
| 8ard
1871
99Ty
8971
| vera b~
€978 ™
ey —
jeu]
o
B Z
+—
=)
o
o
—
PHTT m
o
R
2 N
= &
= o)
N
0 o
10 PN
i)
K
<
< ..
= ()]
g M
2 g
M <
=
° O

99A

LET

EEY

-
™
=

[
3]
o

© I~
N
II mH II

e
€TA

[ ] [ ]
O - N MmN
R I I =
FEEmsxA <

00000000
+ 19 © N [0 o
XMoo

508 ribosomal protein 127

e Molecule 47

8%

14%

54%

29%

Chain DO

o © ~ =) - o .
a o ] ) ™
™ ElE) oE = <

8TV

e S§1a
v1d

-
©
=

(43

o000
o
© N o
W AR 0 B

© o N
© © ~ ~
(= 5 |

e Molecule 48

o
@
5

~
~
5

©
©
=

L28

n

50S ribosomal prote

O

R LDWIDE
PROTEIN DATA BANK

W



4V8J

wwPDB X-ray Structure Validation Summary Report

Page 57

4°/ o

14%

58%

4

21%

Chain B1:

99H

YoV

(42

094
691

L83

TSA
08y

8o}
L0

SPN
¥vd
15729

ThY

L

LEI
9€D

=
®
S

=)
N
3]

Lga

©
)
4

0 MO AN m
0N DD D
MEHKXE

e Molecule 48: 50S ribosomal protein .28

14%

58%

21%

Chain D1:

L9I
99H

wov
9y
(428

094
6GL

L83
9gh

T8A
0y

e Molecule 49: 50S ribosomal protein L29

6% o

17%

54%

22%

°/ i

Chain B2:

€9A
2oL

694
88V
LSI

GSY
vau

08I
6%

9%l
S¥S

= o
I*IQ‘I
0 ]

8l
L€4
9€Y

ved

o€y

911
STH

€1V
[qx
T1d

@
©Q
I‘.

e Molecule 49: 50S ribosomal protein .29

L9
994
goN

7%

14%

57%

21%

4%

Chain D2:

€9A

79T

84V
LSI

G5y
jAh!

T8
08I
6%

9%l
S¥S

l44]

0%s

8l
LE4
9EY

ved

o€y

@
Q
I:.

e Molecule 50: 50S ribosomal protein L30

L9Y
994
SoN

18%

63%

18%

3%

Chain B3:

e Molecule 50: 50S ribosomal protein L30

18%

63%

18%

2%

Chain D3:

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 58 wwPDB X-ray Structure Validation Summary Report

4V8J

L26
E38
T40
P41
A42
143
R44
G45
N46
var
E48
K49
153
V54
V59
E60

[ ]

o - o 0 © =) . © = ™ 0 © N~ ©
DM INON QO = 5] ] i) ™ ) M m m 0
EamAaNMBENMaBENX®nA Ll £ = = = o Q> A =

e Molecule 51: 50S ribosomal protein L31

Chain B4: "7% 27% 8% 56%

© @ () N~
(2] m & <+
= < (S =

e Molecule 51: 508 ribosomal protein 1.31

P37
140
Ca4
T50
Y51
T53
K54
P55
E56
157
V59
E60
563

Chain D4: “e% 27% 10% 56%

© @ (] ~ ™ D © N~ 0 O
2] M & < o 10 10 1D 10 1D
-> I‘= IQ" lbl IEIQHth l

e Molecule 52: 508 ribosomal protein 132
12%
Chain B5: T e a7 B E

P37
140
C44
T50
Y51
E60
S63
K64

o o000
mmo ©ONc 0O oM M OEOEIN® IO O~0NO QMY L0 @O -

anflo o~ o AEEaHd AN N m@mo®mmmomod S S S & 19 10 ©

< <o >0 X ZEA<cs H=d B ADABMONM<IENAALDBE>O0O O & >

e Molecule 52: 50S ribosomal protein L32

5%

. - e
Chain D5: 35% 47% 15% ..
[ ] [ N ]
N m 0 O M~ 0 — - - N N N N (3] [22] (2] o B S U SR S S 0 0 w0
< X AP A ~ - oK =] =] |3 Ay Ay (&} - (ST~ I ] o ] =

e Molecule 53: 50S ribosomal protein L33

28%
Chain B6: "~ o% 43% 24% 7% 17%
000 [ ] [ ] [ N J [ X J [ X X ] 000
e Molecule 53: 50S ribosomal protein L33
26%
Chain D6: 7% 46% 22% 7% 17%

ci3 ©
Y21
A22
T23
E24

K27
R28
N29
T30
E51

[ ] o o000
o w0 ~ D O <+ N~ o O O
o™ [} [} o F <+ <+ & & 0
= SIS AR < S m e

WO RLDWIDE

o e (] o e
0 ©~ )

o o 0

i (=R >

PROTEIN DATA BANK

By
©
=



Page 59 wwPDB X-ray Structure Validation Summary Report 4V8J
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4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 210.20A 446.16A  620.95A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 50.00 — 3.90 Depositor
Resolution (4) 34.93 — 4.00 EDS
% Data completeness 94.3 (50.00-3.90) Depositor
(in resolution range) 95.2 (34.93-4.00) EDS
Rinerge 0.35 Depositor
Raym (Not available) Depositor
<I/o(I)>" 2.17 (at 3.99A) Xtriage
Refinement program PHENIX (phenix.refine: 1.8.1 1168) | Depositor
R R 0.242 ., 0.269 Depositor
» Phfree 0.252 , 0.277 DCC
Rfree test set 20475 reflections (4.61%) DCC
Wilson B-factor (A?) 115.4 Xtriage
Anisotropy 0.219 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.25 , 38.4 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L|>=042, < L? > =10.25 Xtriage
Outliers 0 of 464342 reflections Xtriage
F,,F. correlation 0.88 EDS
Total number of atoms 292667 wwPDB-VP
Average B, all atoms (A?) 51.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.56% of the height of the origin peak. No significant pseudotranslation is detected.

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

5.1 Standard geometry (i)

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

MG, PAR,

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

angles).
. Bond lengths Bond angles

Mol | Chain | p\ (o7 #éy >5 RMSZ #ygzy >5

1 | AA | 053 | 1/36186 (0.0%) | L.07 | 56/56479 (0.1%)
1 CA | 057 0/36161 111 | 53/56440 (0.1%)
2 AB 0.36 0/1936 0.63 0/2611

2 CB 0.35 0/1936 0.62 0/2611

3 AC 0.35 0/1637 0.60 0/2207

3 CC 0.35 0/1637 0.59 0/2207

4 AD 0.39 0/1733 0.66 0/2318

4 CD 0.38 0/1733 0.65 0/2318

3 AE 0.41 0/1163 0.66 0/1566

d CE 0.41 0/1163 0.66 0/1566

6 AF 0.35 0/856 0.63 0/1154

6 CF 0.36 0/856 0.65 0/1154

7 AG 0.34 0/1276 0.57 0/1709

7 | CG | 034 0/1276 0.57 0,/1709

8 AH 0.34 0/1136 0.65 0/1527

8 CH 0.34 0/1136 0.64 0/1527

9 Al 0.35 0/1029 0.62 0/1379

9 CI 0.35 0/1029 0.63 0/1379

10 AJ 0.38 0/808 0.65 0/1087

10 CJ 0.38 0/808 0.64 0/1087

11 AK 0.36 0/900 0.66 0/1213

11 CK 0.36 0/900 0.66 0/1213

12 | AL | 045 0/987 0.78 1/1322 (0.1%)
12 CL 0.43 0/987 0.78 0/1322

13 AM 0.40 0/999 0.72 0/1338

13 | CM | 0.4 0/999 0.68 | 1/1338 (0.1%)
14 AN 0.37 0/501 0.63 0/664

14 CN 0.37 0/501 0.63 0/664

15 AO 0.36 0/745 0.58 0/992

15 CO 0.35 0/745 0.58 0/992

16 AP 0.39 0/717 0.65 0/965

16 CP 0.38 0/717 0.63 0/965
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. Bond lengths Bond angles

Mol | Chain | o7 #Z| >5 RMSZ #Z| >5
17 AQ 0.40 0/837 0.65 0/1119

17 CQ 0.36 0/837 0.61 0/1119

18 AR 0.39 0/579 0.71 0/768

18 CR 0.40 0/579 0.70 0/768

19 AS 0.38 0/643 0.68 0/867

19 CS 0.37 0/643 0.62 0/867

20 AT 0.36 0/765 0.66 0/1007

20 CT 0.34 0/765 0.66 0/1007

21 AU 0.71 0/213 0.84 0/279

21 CU 0.75 0/213 0.78 0/279

22 AW 0.51 0/1809 1.00 3/2819 (0.1%)
22 AY 0.74 0/408 1.23 0/634

22 CW 0.53 0/1809 0.99 6/2819 (0.2%)
22 CY 0.85 0/408 1.39 3/634 (0.5%)
23 AV 0.80 0/1836 1.30 11/2859 (0.4%)
23 CV 0.81 0/1836 1.29 9/2859 (0.3%)
24 AX 0.78 0/188 1.33 2/290 (0.7%)
24 CX 0.97 0/235 1.28 2/364 (0.5%)
25 BA 0.52 1/67620 (0.0%) 0.74 | 24/105555 (0.0%)
25 DA 0.52 2/67620 (0.0%) 0.74 | 23/105555 (0.0%)
26 BB 0.41 0/2853 0.71 1/4451 (0.0%)
26 DB 0.42 0/2853 0.72 1/4451 (0.0%)
27 BC 0.37 0/1145 0.67 7/1556 (0.4%)
27 DC 0.38 0/1145 0.67 7/1556 (0.4%)
28 BD 0.52 0/2155 0.82 0/2907

28 DD 0.53 0/2155 0.83 0/2907

29 BE 0.44 0/1597 0.78 2/2155 (0.1%)
29 DE 0.44 0/1597 0.77 1/2155 (0.0%)
30 BF 0.45 0/1659 0.74 0/2246

30 DF 0.45 0/1659 0.73 0/2246

31 BG 0.41 0/1499 0.73 1/2016 (0.0%)
31 DG 0.41 0/1499 0.74 1/2016 (0.0%)
32 BH 0.37 0/1246 0.70 2/1684 (0.1%)
32 DH 0.37 0/1246 0.70 2/1684 (0.1%)
33 BI 0.35 0/1147 0.71 0/1553

33 DI 0.37 0/1147 0.71 0/1553

34 BN 0.40 0/1132 0.74 1/1527 (0.1%)
34 DN 0.39 0/1132 0.75 1/1527 (0.1%)
35 BO 0.66 0/943 0.68 0/1269

35 DO 0.82 0/943 0.71 0/1269

36 BP 0.47 0/1131 0.84 0/1504

36 DP 0.45 0/1131 0.82 1/1504 (0.1%)
37 BQ 0.41 0/1143 0.69 0/1527
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. Bond lengths Bond angles

Mol | Chain | o7 #Z| >5 RMSZ #Z| >5
37 DQ 0.40 0/1143 0.68 0/1527
38 BR 0.40 0/974 0.76 0/1302
38 DR 0.40 0/974 0.77 0/1302
39 BS 0.41 0/779 0.72 0/1038
39 DS 0.38 0/779 0.71 0/1038
40 BT 0.58 0/1156 0.68 0/1544
40 DT 0.65 0/1156 0.70 1/1544 (0.1%)
41 BU 0.39 0/975 0.70 0/1297
41 DU 0.39 0/975 0.70 0/1297
42 BV 0.38 0/790 0.70 0/1057
42 DV 0.39 0/790 0.71 0/1057
43 BW 0.41 0/907 0.69 0/1216
43 DW 0.41 0/907 0.69 0/1216
44 BX 0.49 0/740 0.72 0/995

44 DX 0.49 0/740 0.72 0/995

45 BY 0.49 0/789 0.77 0/1053
45 DY 0.45 0/789 0.79 1/1053 (0.1%)
46 BZ 0.38 0/1436 0.66 0/1951
46 DZ 0.37 0/1436 0.67 0/1951
47 BO 0.39 0/671 0.67 0/892

47 DO 0.39 0/671 0.67 0/892

48 B1 0.46 0/739 0.84 1/983 (0.1%)
48 D1 0.45 0/739 0.84 1/983 (0.1%)
49 B2 0.43 0/600 0.69 0/793

49 D2 0.44 0/600 0.71 0/793

50 B3 0.38 0/473 0.67 0/636

50 D3 0.38 0/473 0.67 0/636

51 B4 0.44 0/229 0.66 0/311

51 D4 0.45 0/229 0.66 0/311

52 B5 0.38 0/473 0.68 0/639

52 D5 0.38 0/473 0.68 0/639

53 B6 0.47 0/388 0.65 0/520

53 D6 0.48 0/388 0.65 0/520

o4 B7 0.56 0/427 0.75 0/563

o4 D7 0.56 0/427 0.75 0/563

55 B8 0.51 0/516 0.85 0/681

55 D8 0.52 0/516 0.85 0/681

56 B9 0.31 0/302 0.58 0/397

56 D9 0.31 0/302 0.58 0/397
All All 0.50 | 4/317064 (0.0%) | 0.84 | 226/474017 (0.0%)

All (4) bond length outliers are listed below:
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 AA 1480 A N9-C4 | 5.60 1.41 1.37
25 DA 2307 G 03-P | 5.54 1.67 1.61
25 | BA | 271(U)| G | 03P |5.17 1.67 1.61
25 DA 271(U) G 03-P | 5.13 1.67 1.61

The worst 5 of 226 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
29 BE 52 LEU C-N-CD | -8.27 102.41 120.60
45 DY 95 TYR | C-N-CD | -6.12 107.12 120.60
13 CM 112 | GLY | C-N-CD | -6.03 107.34 120.60
23 CV 72 C N3-C4-C5 | -6.00 119.50 121.90
1 CA 1164 A C8-N9-C4 | 5.99 108.19 105.80

There are no chirality outliers.

There are no planarity outliers.

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 32326 0 16316 985 0
1 CA 32304 0 16306 977 0
2 AB 1901 0 1951 288 0
2 CB 1901 0 1951 297 0
3 AC 1613 0 1677 215 0
3 CcC 1613 0 1677 202 1
4 AD 1703 0 1765 202 0
4 CD 1703 0 1764 152 4
) AE 1147 0 1207 147 0
D CE 1147 0 1207 156 0
6 AF 843 0 857 81 0
6 CF 843 0 856 108 0
7 AG 1257 0 1296 137 0
7 CG 1257 0 1296 142 0
8 AH 1116 0 1177 148 0
8 CH 1116 0 1177 169 0
9 Al 1010 0 1037 169 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
9 CI 1010 0 1037 135 0
10 Al 795 0 840 143 0
10 CJ 795 0 840 137 0
11 AK 885 0 904 104 1
11 CK 885 0 904 120 0
12 AL 971 0 1057 129 0
12 CL 971 0 1057 134 0
13 AM 988 0 1059 197 0
13 CM 988 0 1059 203 0
14 AN 492 0 531 88 0
14 CN 492 0 032 92 0
15 AO 734 0 771 70 0
15 CO 734 0 771 71 0
16 AP 701 0 720 o6 0
16 CP 701 0 720 o8 0
17 AQ 824 0 891 77 0
17 CQ 824 0 891 74 0
18 AR 574 0 644 61 0
18 CR 074 0 644 63 0
19 AS 630 0 652 102 0
19 CS 630 0 652 119 0
20 AT 763 0 861 114 0
20 CT 763 0 861 153 0
21 AU 209 0 221 10 0
21 CU 209 0 221 20 0
22 AW 1619 0 822 155 0
22 AY 365 0 185 95 0
22 CW 1619 0 822 203 0
22 CY 365 0 185 45 0
23 AV 1644 0 836 169 0
23 CV 1644 0 836 173 0
24 AX 169 0 86 17 0
24 CX 210 0 109 24 0
25 BA 60378 0 30440 2704 3
25 DA 60378 0 30441 2817 12
26 BB 2551 0 1295 140 1
26 DB 2551 0 1295 193 1
27 BC 1142 0 865 103 0
27 DC 1142 0 865 135 0
28 BD 2105 0 2182 296 4
28 DD 2105 0 2182 328 0
29 BE 1564 0 1629 269 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
29 DE 1564 0 1629 280 0
30 BF 1624 0 1677 241 0
30 DF 1624 0 1677 234 0
31 BG 1474 0 1535 318 0
31 DG 1474 0 1535 292 0
32 BH 1223 0 1282 198 0
32 DH 1223 0 1282 236 2
33 BI 1132 0 1218 217 0
33 DI 1132 0 1218 214 0
34 BN 1105 0 1180 169 0
34 DN 1105 0 1180 170 0
35 BO 933 0 995 88 0
35 DO 933 0 996 78 0
36 BP 1114 0 1187 318 0
36 DP 1114 0 1187 299 8
37 BQ 1122 0 1179 154 0
37 DQ 1122 0 1179 184 0
38 BR 960 0 1021 143 0
38 DR 960 0 1021 144 0
39 BS 771 0 832 194 0
39 DS 771 0 832 196 0
40 BT 1142 0 1202 149 0
40 DT 1142 0 1202 225 0
41 BU 958 0 1015 170 0
41 DU 958 0 1015 173 0
42 BV 779 0 852 169 0
42 DV 779 0 852 174 3
43 BW 896 0 953 107 1
43 DW 896 0 953 112 0
44 BX 726 0 778 72 0
44 DX 726 0 778 74 0
45 BY 776 0 870 158 11
45 DY 776 0 870 184 2
46 BZ 1404 0 1432 219 0
46 DZ 1404 0 1432 230 0
47 BO 662 0 688 79 0
47 DO 662 0 688 77 0
48 B1 732 0 808 98 0
48 D1 732 0 808 91 0
49 B2 298 0 653 71 0
49 D2 298 0 653 86 1
20 B3 468 0 023 67 8

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
20 D3 468 0 023 73 0
o1 B4 226 0 229 46 0
o1 D4 226 0 229 37 0
02 B5 459 0 480 64 0
52 D5 459 0 480 60 3
53 B6 381 0 391 74 0
23 D6 381 0 391 75 0
54 B7 419 0 467 42 0
o4 D7 419 0 467 45 0
95 B8 508 0 576 109 0
25 D8 008 0 576 104 0
o6 B9 299 0 326 24 0
26 D9 299 0 326 21 0
a7 AA 93 0 0 0 0
o7 AX 2 0 0 0 0
D7 B1 1 0 0 0 0
D7 B3 1 0 0 0 0
o7 B5 2 0 0 0 0
a7 BA 261 0 0 7 0
a7 BB 4 0 0 0 0
a7 BE 1 0 0 0 0
o7 BF 2 0 0 0 0
D7 BO 1 0 0 0 0
D7 BU 1 0 0 0 0
a7 CA 94 0 0 0 0
a7 CV 2 0 0 0 0
a7 DO 1 0 0 0 0
57 D5 2 0 0 0 0
D7 DA 268 0 0 0 0
D7 DB 2 0 0 0 0
27 DD 1 0 0 0 0
a7 DE 1 0 0 0 0
o8 AA 42 0 45 3 0
o8 CA 42 0 45 1 0
29 AD 1 0 0 1 0
29 AN 1 0 0 2 0
59 CD 1 0 0 0 0
29 CN 1 0 0 0 0
All All 292667 0 198350 20561 33

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 42.
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The worst 5 of 20561 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)
13:CM:93:ARG:CD 25:DA:888:C:H5’ 1.15 1.61
4:AD:167:GLY:CA | 28:DD:135:PHE:CE2 1.85 1.56
25:BA:2584:U:C2’ 25:BA:2585:U:H5” 1.38 1.54
25:DA:2584:U:C2’ 25:DA:2585:U:H5” 1.38 1.54
4:AD:167:GLY:HA3 | 28:DD:135:PHE:CE2 1.43 1.50

The worst 5 of 33 symmetry-related close contacts are listed below. The label for Atom-2 includes
the symmetry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
45:BY:55:TYR:CZ 25:DA:355:G:02’[3_555| 0.78 1.42
45:BY:55:TYR:OH | 25:DA:355:G:C2’[3_555] 1.05 1.15
50:B3:1:MET:CB | 36:DP:122:PRO:CG|3_ 455] 1.20 1.00
50:B3:1:MET:CG | 36:DP:122:PRO:CB|3_ 455] 1.33 0.87
45:BY:55:TYR:CE2 | 25:DA:355:G:02’|3_555] 1.37 0.83

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%) 148 (64%) | 65 (28%) 20 (9%)
2 CB 233/256 (91%) 148 (64%) | 65 (28%) 20 (9%)
3 AC 205/239 (86%) 136 (66%) | 45 (22%) 24 (12%)
3 CC 205/239 (86%) 137 (67%) | 43 (21%) 25 (12%)
4 AD 206/209 (99%) 145 (70%) | 40 (19%) 21 (10%)
4 CD 206/209 (99%) 144 (70%) | 40 (19%) 22 (11%)
5 AE 149/162 (92%) 114 (76%) 19 (13%) 16 (11%)
5 CE 149/162 (92%) 114 (76%) 19 (13%) 16 (11%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
6 AF 99/101 (98%) 82 (83%) | 13 (13%) 4 (4%) 37
6 CF 99/101 (98%) 81 (82%) | 15 (15%) 3 (3%) 44
7 AG 153/156 (98%) 107 (70%) | 32 (21%) 14 (9%) 16
7 CG 153/156 (98%) 107 (70%) | 32 (21%) 14 (9%) 16
8 AH 136/138 (99%) 102 (75%) | 26 (19%) 8 (6%) 28
8 CH 136,138 (99%) 100 (74%) | 28 (21%) 8 (6%) 28
9 Al 125/128 (98%) 92 (74%) | 21 (17%) | 12 (10%) 14
9 CI 125/128 (98%) 93 (74%) | 22 (18%) 10 (8%) 19
10 AJ 97/105 (92%) 66 (68%) | 22 (23%) 9 (9%) 16
10 CJ 97/105 (92%) 67 (69%) | 21 (22%) 9 (9%) 16
11 | AK 117/129 (91%) 94 (80%) | 18 (15%) 5 (4%) 35
11 CK 117/129 (91%) 92 (79%) | 20 (17%) 5 (4%) 35
12 AL 123/132 (93%) 86 (70%) | 24 (20%) | 13 (11%) ﬂl

12 CL 123/132 (93%) 85 (69%) | 25 (20%) | 13 (11%) ml

13 | AM 123/126 (98%) 79 (64%) | 26 (21%) | 18 (15%) 0]

13 | CM 123/126 (98%) 84 (68%) | 23 (19%) | 16 (13%) 0]

14 | AN 58/61 (95%) 37 (64%) 9 (16%) 12 (21%) 0]

14 | CN 58/61 (95%) 37 (64%) 9 (16%) 12 (21%) 0]

15 | AO 86/89 (97%) 62 (72%) | 19 (22%) 5 (6%)

15 | CO 86/89 (97%) 63 (73%) | 18 (21%) 5 (6%)

16 | AP 82/88 (93%) 57 (70%) | 22 (27%) 3 (4%)

16 CP 82/88 (93%) 58 (71%) | 21 (26%) 3 (4%)

17 | AQ 98/105 (93%) 77 (79%) | 14 (14%) 7 (T%)

17 | CQ 98,105 (93%) 77 (79%) | 13 (13%) 8 (8%)

18 | AR 68/88 (77%) 48 (M%) | 15 (22%) 5 (T%)

18 | CR 68/88 (77%) 45 (66%) | 17 (25%) 6 (9%)

19 AS 77/93 (83%) 55 (7T1%) | 11 (14%) | 11 (14%)

19 CS 77/93 (83%) 55 (71%) | 12 (16%) | 10 (13%)

20 | AT 97/106 (92%) 72 (74%) | 14 (14%) | 11 (11%)

20 | CT 97/106 (92%) 72 (74%) | 15 (16%) | 10 (10%)

21 | AU 23/27 (85%) 15 (65%) 4 (17%) 4 (17%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
21 CU 23/27 (85%) 18 (78%) 3 (13%) 2 (9%)
27 BC 183/229 (80%) 84 (46%) 45 (25%) 54 (30%)
27 DC 183/229 (80%) 84 (46%) 44 (24%) 55 (30%)
28 BD 270/276 (98%) 212 (78%) 33 (12%) 25 (9%)
28 DD 270/276 (98%) 209 (77%) 36 (13%) 25 (9%)
29 BE 203/206 (98%) 130 (64%) 35 (17%) 38 (19%)
29 DE 203/206 (98%) 129 (64%) 36 (18%) 38 (19%)
30 BF 206/210 (98%) 129 (63%) 54 (26%) 23 (11%)
30 DF 206/210 (98%) 128 (62%) 55 (27%) 23 (11%)
31 BG 179/182 (98%) 115 (64%) 39 (22%) 25 (14%)
31 DG 179/182 (98%) 114 (64%) 39 (22%) 26 (14%)
32 BH 158/180 (88%) 93 (59%) 31 (20%) 34 (22%)
32 DH 158/180 (88%) 95 (60%) 31 (20%) 32 (20%)
33 BI 144/148 (97%) 89 (62%) 28 (19%) 27 (19%)
33 DI 144/148 (97%) 87 (60%) 30 (21%) 27 (19%)
34 BN 137/140 (98%) 84 (61%) 33 (24%) 20 (15%)
34 DN 137/140 (98%) 84 (61%) 33 (24%) 20 (15%)
35 BO 120/122 (98%) 88 (73%) 25 (21%) 7 (6%)
35 DO 120/122 (98%) 94 (78%) 16 (13%) 10 (8%)
36 BP 144/150 (96%) 83 (58%) 32 (22%) 29 (20%)
36 DP 144/150 (96%) 81 (56%) 33 (23%) 30 (21%)
37 BQ 139/141 (99%) 104 (75%) 19 (14%) 16 (12%)
37 DQ 139/141 (99%) 104 (75%) 17 (12%) 18 (13%)
38 BR 115/118 (98%) 83 (72%) 22 (19%) 10 (9%)
38 DR 115/118 (98%) 83 (72%) 21 (18%) 11 (10%)
39 BS 97/112 (87%) 38 (39%) 27 (28%) 32 (33%)
39 DS 97/112 (87%) 38 (39%) 27 (28%) 32 (33%)
40 BT 136/146 (93%) 82 (60%) 31 (23%) 23 (17%)
40 DT 136/146 (93%) 88 (65%) 33 (24%) 15 (11%)
41 BU 115/118 (98%) 70 (61%) 34 (30%) 11 (10%)
41 DU 115/118 (98%) 70 (61%) 34 (30%) 11 (10%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
42 BV 99/101 (98%) 63 (64%) 19 (19%) 17 (17%) |
42 DV 99/101 (98%) 64 (65%) 19 (19%) 16 (16%)
43 BW 111/113 (98%) 75 (68%) 24 (22%) 12 (11%)
43 DW 111/113 (98%) 75 (68%) 24 (22%) 12 (11%)
44 BX 91/96 (95%) 66 (72%) 20 (22%) 5 (6%)
44 DX 91/96 (95%) 66 (72%) 20 (22%) 5 (6%)
45 BY 99/110 (90%) 54 (54%) 18 (18%) 27 (27%)
45 DY 99/110 (90%) 53 (54%) 16 (16%) 30 (30%)
46 BZ 175/206 (85%) 103 (59%) 35 (20%) 37 (21%)
46 DZ 175/206 (85%) 103 (59%) 35 (20%) 37 (21%)
47 BO 82/85 (96%) 63 (77%) 12 (15%) 7 (8%)
47 DO 82/85 (96%) 63 (77%) 12 (15%) 7 (8%)
48 B1 92/98 (94%) 64 (70%) 19 (21%) 9 (10%)
48 D1 92/98 (94%) 64 (70%) 19 (21%) 9 (10%)
49 B2 69/72 (96%) 47 (68%) 13 (19%) 9 (13%)
49 D2 69/72 (96%) 51 (74%) 9 (13%) 9 (13%)
50 B3 58/60 (97%) 41 (71%) 7 (12%) 10 (17%)
50 D3 58/60 (97%) 41 (71%) 7 (12%) 10 (17%)
51 B4 29/71 (41%) 15 (52%) 7 (24%) 7 (24%)
51 D4 29/71 (41%) 15 (52%) 7 (24%) 7 (24%)
52 B5 57/60 (95%) 42 (74%) 8 (14%) 7 (12%)
52 D5 57/60 (95%) 42 (74%) 8 (14%) 7 (12%)
53 B6 43/54 (80%) 20 (46%) 12 (28%) 11 (26%)
53 D6 43/54 (80%) 20 (46%) 12 (28%) 11 (26%)
54 B7 47/49 (96%) 44 (94%) 2 (4%) 1 (2%)
54 D7 47/49 (96%) 44 (94%) 2 (4%) 1 (2%)
55 B8 62/65 (95%) 40 (64%) 13 (21%) 9 (14%)
55 D8 62/65 (95%) 39 (63%) 14 (23%) 9 (14%)
56 B9 34/37 (92%) 27 (79%) 6 (18%) 1 (3%)
56 D9 34/37 (92%) 27 (79%) 6 (18%) 1 (3%)
All All 11698/12586 (93%) | 7854 (67%) | 2318 (20%) | 1526 (13%)
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5 of 1526 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 AB 9 GLU
2 AB 15 VAL
2 AB 20 GLU
2 AB 88 ALA
2 AB 195 ASP

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%) 177 (88%) | 25 (12%) 6] 32
2 CB 202/220 (92%) | 179 (89%) | 23 (11%) 36
3 AC 160/188 (85%) | 149 (93%) | 11 (7%) 19 59
3 CC 160/188 (85%) | 149 (93%) | 11 (7%) 19 59
4 AD 180/181 (99%) | 161 (89%) | 19 (11%) 8] 39
4 CD 180/181 (99%) | 161 (89%) | 19 (11%) 8] 39
5 AE 115/123 (94%) | 101 (88%) | 14 (12%) 6] 33
5 CE 115/123 (94%) | 101 (88%) | 14 (12%) 6] 33
6 AF 90,/90 (100%) 83 (92%) 7 (8%) 16| 54
6 CF 90/90 (100%) 85 (94%) 5 (6%) 2 65
7 AG 126/127 (99%) 117 (93%) 9 (7%) 181 58
7 | CG 126/127 (99%) | 117 (93%) | 9 (7%) 18 58
8 AH | 119/119 (100%) | 112 (94%) 7 (6%) 24 64
8 CH | 119/119 (100%) | 110 (92%) | 9 (8%) 16| 55
9 Al 98/99 (99%) 86 (88%) | 12 (12%) 6] 33
9 CI 98,99 (99%) 83 (85%) | 15 (15%) 24
10 | AJ 88,92 (96%) 76 (86%) | 12 (14%) 29
10 | CJ 88/92 (96%) 77 (88%) | 11 (12%) 6] 32
11 | AK 90,99 (91%) 82 (91%) 8 (9%) 12] 48

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
11 CK 90,/99 (91%) 82 (91%) 8 (9%) 48
12 AL 104/109 (95%) 94 (90%) 10 (10%) 44
12 CL 104/109 (95%) 92 (88%) 12 (12%) 36
13 | AM 99/101 (98%) 81 (82%) 18 (18%) 16
13 | CM 99/101 (98%) 83 (84%) 16 (16%) 22
14 | AN 49/50 (98%) 40 (82%) 9 (18%) 16
14 CN 49/50 (98%) 42 (86%) 7 (14%) 28
15 AO 79/80 (99%) 73 (92%) 6 (8%) 55
15 CO 79/80 (99%) 73 (92%) 6 (8%) 16| 55
16 | AP 72/74 (97%) 64 (89%) 8 (11%) 18] 38
16 CP 72/74 (97%) 66 (92%) 6 (8%) 14} 51
17 | AQ 94/97 (97%) 85 (90%) 9 (10%) 10 44
17 | CQ 94/97 (97%) 87 (93%) 7 (%) 17 56
18 AR 61/77 (79%) 57 (93%) 4 (%) 21 60
18 CR 61/77 (79%) 57 (93%) 4 (7%) 21 60
19 AS 69/80 (86%) 58 (84%) 11 (16%) 23
19 CS 69/80 (86%) 58 (84%) 11 (16%) 3] 23
20 AT 76/82 (93%) 71 (93%) 5 (7%) 21 60
20 CT 76/82 (93%) 69 (91%) 7 (9%) 11] 46
21 AU 19/22 (86%) 18 (95%) 1 (5%) 28 67
21 | CU 19/22 (86%) 14 (7a%) | 526%) | JoJ[e] |
27 BC 61/181 (34%) 56 (92%) 5 (8%) 14| 52
27 | DC 61/181 (34%) 56 (92%) 5 (8%) 52
28 BD 213/218 (98%) 179 (84%) | 34 (16%) 23
28 | DD 213/218 (98%) 180 (84%) | 33 (16%) 24
29 BE 165/166 (99%) 140 (85%) | 25 (15%) 25
29 DE 165/166 (99%) 139 (84%) | 26 (16%) 23
30 BF 165,166 (99%) 146 (88%) | 19 (12%) 36
30 DF 165/166 (99%) 146 (88%) | 19 (12%) 36
31 BG 155/156 (99%) 138 (89%) | 17 (11%) 8] 38
31 DG 155/156 (99%) 138 (89%) | 17 (11%) 38
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
32 BH 132/148 (89%) 119 (90%) | 13 (10%)

32 | DH 132/148 (89%) 119 (90%) | 13 (10%)

33 BI 122/124 (98%) 102 (84%) | 20 (16%)

33 DI 122/124 (98%) 107 (88%) | 15 (12%)

34 | BN 117/119 (98%) 96 (82%) | 21 (18%)

34 | DN 117/119 (98%) 96 (82%) | 21 (18%)

35 BO 100/100 (100%) | 92 (92%) 8 (8%)

35 | DO 100/100 (100%) | 83 (83%) | 17 (17%)

36 BP 112/116 (97%) 86 (77%) | 26 (23%)

36 DP 112/116 (97%) 89 (80%) | 23 (20%)

37 | BQ 111/111 (100%) | 96 (86%) | 15 (14%)

37 | DQ 111/111 (100%) | 94 (85%) | 17 (15%)

38 BR 100/101 (99%) 87 (87%) | 13 (13%)

38 | DR 100/101 (99%) 87 (87%) | 13 (13%)

39 BS 77/88 (88%) 66 (86%) | 11 (14%)

39 DS 77/88 (88%) 67 (87%) | 10 (13%)

40 BT 120/127 (94%) 90 (75%) | 30 (25%)

40 DT 120/127 (94%) 85 (71%) | 35 (29%)

41 BU 92/94 (98%) 85 (92%) 7 (8%)

41 DU 92/94 (98%) 85 (92%) 7 (8%) 16/ 55
42 BV 82/82 (100%) 72 (88%) | 10 (12%) 6] 33
42 DV 82/82 (100%) 72 (88%) | 10 (12%) 6] 33
43 | BW 91/92 (99%) 82 (90%) 9 (10%) 42
43 | DW 91/92 (99%) 81 (89%) | 10 (11%) 8] 38
44 | BX 74/78 (95%) 67 (90%) 7 (10%) 44
44 | DX 74/78 (95%) 67 (90%) 7 (10%) 44
45 BY 84/91 (92%) 72 (86%) | 12 (14%) 28
45 DY 84/91 (92%) 70 (83%) | 14 (17%) 21
46 BZ 155/179 (87%) 138 (89%) | 17 (11%) 8] 38
46 DZ 155/179 (87%) 137 (88%) | 18 (12%) 36
47 B0 66,67 (98%) 58 (88%) 8 (12%) 33
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
A7 DO 66/67 (98%) 58 (88%) 8 (12%) 6] 33
48 Bl 78/83 (94%) 67 (86%) 11 (14%) 28
48 D1 78/83 (94%) 67 (86%) | 11 (14%) 28
49 B2 66/67 (98%) 55 (83%) | 11 (17%) 21
49 D2 66/67 (98%) 55 (83%) | 11 (17%) 3] 21
50 B3 51/52 (98%) 49 (96%) 2 (4%) 39 74
50 D3 51/52 (98%) 49 (96%) 2 (4%) 39 74
51 B4 27/63 (43%) 24 (89%) 3 (11%) 8] 38
51 D4 27/63 (43%) 24 (89%) 3 (11%) 8] 38
52 B5 51/52 (98%) 45 (88%) 6 (12%) 6] 35
52 D5 51/52 (98%) 45 (88%) 6 (12%) 6] 35
53 B6 43/52 (83%) 32 (74%) | 11 (26%) 0]

53 D6 43/52 (83%) 32 (74%) | 11 (26%) 0]

54 B7 41/42 (98%) 37 (90%) 4 (10%)

54 D7 41/42 (98%) 37 (90%) 4 (10%)

55 B8 53/55 (96%) 44 (83%) 9 (17%)

55 DS 53/55 (96%) 43 (81%) | 10 (19%)

56 B9 33/34 (97%) 30 (91%) 3 (9%)

56 D9 33/34 (97%) 30 (91%) 3 (9%)

All | All | 9654/10428 (93%) | 8458 (88%) | 1196 (12%) | |6

5 of 1196 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
48 B1 82 LEU
7 CG 88 PRO
45 DY 7 PRO
51 B4 46 ASN
2 CB 155 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 118 such
sidechains are listed below:

Mol

Chain

Res | Type

23

B6

20 ASN

Continued on next page...
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Mol | Chain | Res | Type
6 CF 100 ASN
47 DO 29 GLN
53 B6 26 ASN
2 CB 95 GLN

5.3.3 RNA (D)

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 AA 1503/1522 (98%) 291 (19%) 27 (1%)
1 CA 1502/1522 (98%) 290 (19%) 32 (2%)
22 AW 75/76 (98%) 22 (29%) 0
22 AY 16/76 (21%) 9 (56%) 0
22 CW 75/76 (98%) 26 (34%) 0
22 CY 16/76 (21%) 7 (43%) 0
23 AV 76/77 (98%) 37 (48%) 5 (6%)
23 CV 76/77 (98%) 34 (44%) 5 (6%)
24 AX 7/24 (29%) 2 (28%) 0
24 CX 9/24 (37%) 3 (33%) 1 (11%)
25 BA | 2796/2916 (95%) 557 (19%) 53 (1%)
25 DA | 2796/2916 (95%) 564 (20%) 58 (2%)
26 BB 118/122 (96%) 18 (15%) 1 (0%)
26 DB 118/122 (96%) 19 (16%) 1 (0%)
All All 9183/9626 (95%) 1879 (20%) 183 (1%)

5 of 1879 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 AA 9 G
1 AA 32 A
1 AA 39 G
1 AA 47 C
1 AA 48 C

5 of 183 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
25 BA | 2763 G
1 CA 731 C
25 DA | 2263 C
26 BB 66 A
1 CA 262 C
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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 746 ligands modelled in this entry, 744 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 Counts | RMSZ | #|Z] >2 | Counts | RMSZ | #|Z| > 2
58 PAR AA 1694 - 45,4545 | 1.43 9 (20%) | 59,67,67 | 1.25 6 (10%)
o8 PAR CA 1695 - 45,4545 | 1.70 11 (24%) | 59,67,67 | 1.39 6 (10%)

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
58 | PAR AA 1694 - - 0/18/94/94 | 0/4/4/4
58 | PAR CA 1695 - - 0/18/94/94 | 0/4/4/4

The worst 5 of 20 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
58 CA 1695 | PAR | 052-C52 | 2.01 1.48 1.43
58 AA 1694 | PAR | O54-C54 | 2.01 1.49 1.44
58 AA 1694 | PAR | C31-C21 | 2.03 1.56 1.53
58 CA 1695 | PAR | O51-C11 | 2.06 1.47 1.41
58 CA 1695 | PAR | O11-C42 | 2.09 1.49 1.43

means
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The worst 5 of 12 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
o8 CA 1695 | PAR | C11-O51-C51 | 2.42 118.44 113.75
o8 AA 1694 | PAR | C11-O51-C51 | 2.47 118.55 113.75
o8 AA 1694 | PAR | O11-C11-C21 | 3.08 113.66 107.96
o8 AA 1694 | PAR | 052-C13-C23 | 3.26 114.53 107.75
o8 CA 1695 | PAR | 033-C14-C24 | 3.32 114.11 107.96

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

2 monomers are involved in 4 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
58 AA 1694 | PAR 3 0
58 CA 1695 | PAR 1 0

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

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

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?%) | Q<0.9
1 AA 1504/1522 (98%) 0.19 56 (3%) 45 34 7,49, 127, 206 0
1 | CA | 1503/1522 (98%) 0.16 52 (3%) 48 36 | 2, 41,123,215 0
2 AB 235/256 (91%) 0.17 11 (4%) 35 26 44, 88, 131, 174 0
2 | CB 235/256 (91%) 0.20 0 (3%) 44 33 | 40,81, 123,166 | 0
3 | AC 207/239 (86%) 0.11 8 (3%) 43 32 | 38,71,111,143 | 0
3 | CC 207/239 (86%) 0.13 5(2%) 62 50 | 28,62,104,145 | 0
4 AD 208/209 (99%) -0.01 3(1%) 78 68 28, 59, 107, 141 0
4 | D 208/209 (99%) 0.12 7(3%) 49 37 | 21,52,103,125 | O
5 | AE 151/162 (93%) 0.12 1 (0%) [89] | 84 7,52, 95, 111 0
5 | CE 151/162 (93%) 0.16 6 (3%) 42 31 4, 46, 92, 114 0
6 | AF | 101/101 (100%) -0.01 2 (1%) 68 57 | 16,53, 101,141 | 0
6 | CF | 101/101 (100%) 0.40 8 (7%) 15| 110] | 12,55,104,131 | 0
7 | AG 155/156 (99%) 0.22 11 (7%) 19 |12 | 34,66, 111,154 | 0
7 | CG 155/156 (99%) 0.23 8 (5%) 31 22 | 27,64,114,148 | 0
8 | AH | 138/138 (100%) 0.04 3 (2%) 65 54 19, 59, 87, 125 0
8 | CH | 138/138 (100%) -0.06 1 (0%) |89 | 84 12, 49, 82, 122 0
9 Al 127/128 (99%) 0.34 7 ( 31,75, 120,153 | 0
9 CI 127/128 (99%) 0.55 97,75, 114,148 | 0
10 | AJ 99/105 (94%) 0.79 41,85,128,142 | 0
10 CJ 99/105 (94%) 0.70 27, 77,128, 143 0
11 | AK 119/129 (92%) 0.22 13, 49, 98, 129 0
11 | cK 119/129 (92%) 0.24 8, 46, 98, 121 0
12 | AL 125/132 (94%) 0.02 2, 39, 88, 141 0
12 CL 125/132 (94%) 0.16 0, 27, 75, 143 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?%) | Q<0.9
13 AM 125/126 (99%) 0.36 7 (5%) 28 120 36, 76, 116, 147 0
13 CM 125/126 (99%) 0.18 5 (4%) 42 31 22, 61, 109, 136 0
14 AN 60/61 (98%) 0.42 2 (3%) 50 38 40, 67, 117, 132 0
14 CN 60/61 (98%) 0.35 2 (3%) 50 38 31, 50, 106, 121 0
15 AO 88/89 (98%) 0.05 3(3%) 49 37 14, 48, 93, 116 0
15 CcO 88/89 (98%) -0.00 1 (1%) [ 82] 74 9, 45, 89, 132 0
16 AP 84,/88 (95%) 0.11 0 30, 51, 101, 137 0
16 CP 84/88 (95%) 0.09 0 30, 52, 88, 106 0
17 AQ 100/105 (95%) 0.18 ( 24, 56, 103, 111 0
17 CQ 100/105 (95%) 0.16 ( 18, 53, 110, 121 0
18 AR 70/88 (79%) 0.15 ( 17, 54, 98, 118 0
18 CR 70/88 (79%) 0.05 0 12, 47, 88, 116 0
19 AS 79/93 (84%) 0.23 ( 37, 76, 126, 161 0
19 CS 79/93 (84%) 0.27 ( 26, 55, 121, 146 0
20 AT 99/106 (93%) 0.34 ( 11, 59, 105, 121 0
20 CT 99/106 (93%) 0.17 ( 3, 58, 106, 125 0
21 AU 25/27 (92%) 1.22 41, 69, 87, 97 0
21 CU 25/27 (92%) 0.69 31, 55, 91, 125 0
22 AW 76/76 (100%) 1.27 23, 129, 187, 208 0
22 AY 17/76 (22%) 1.28 29, 51, 105, 123 0
22 CW 76/76 (100%) 1.42 12, 118, 185, 207 0
22 CY 17/76 (22%) 0.70 10, 37, 117, 125 0
23 AV 77/77 (100%) 0.22 2 (2%) 59 47 16, 67, 122, 137 0
23 CcvV 77/77 (100%) 0.17 4 (5%) 31 22 10, 55, 109, 155 0
24 | AX 8/24 (33%) 0.19 0 | 15, 33, 63, 66 0
24 CcX 10/24 (41%) 0.16 1 ( 9, 26, 96, 134 0
25 BA 2803/2916 (96%) 0.48 163 (5%) 26 | 18 6, 38, 143, 240 0
25 DA 2803,/2916 (96%) 0.42 120 (4%) 39 28 0, 20, 132, 232 0
26 BB 119/122 (97%) 0.55 3(2%) 61 48 32, 70, 127, 179 0
26 DB 119/122 (97%) 0.36 3(2%) 61 48 14, 44, 88, 118 0
27 BC 191/229 (83%) 1.85 80 (41%) fo |1 44, 115, 155, 180 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?%) | Q<0.9
27 DC 191/229 (83%) 2.12 33, 112, 151, 174 0
28 BD 272/276 (98%) -0.04 6, 23, 70, 121 0
28 DD 272/276 (98%) -0.17 0, 11, 51, 96 0
29 BE 205/206 (99%) 0.05 13, 50, 111, 161 0
29 DE 205/206 (99%) 0.14 1, 29, 96, 158 0
30 BF 208/210 (99%) 0.06 10, 43, 115, 172 0
30 DF 208/210 (99%) -0.11 0, 23, 106, 154 0
31 BG 181/182 (99%) 0.03 9, 63, 118, 169 0
31 DG 181/182 (99%) 0.11 10 (5%) 29 20 4, 51, 107, 178 0
32 BH 160/180 (88%) 1.39 46 (28%) 37, 115, 166, 197 0
32 DH 160/180 (88%) 0.52 9 (5%) 28 20 3, 61, 115, 143 0
33 BI 146,/148 (98%) 0.47 14 (9%) 19, 68, 125, 152 0
33 DI 146/148 (98%) 0.21 5(3%) 49 37 6, 64, 119, 168 0
34 BN 139/140 (99%) 0.10 2 (1%) | 78 68 23, 58, 106, 176 0
34 DN 139/140 (99%) -0.17 2,29, 83, 139 0
35 BO 122/122 (100%) -0.34 17, 42, 82, 99 0
35 DO 122/122 (100%) -0.45 0, 22, 61, 74 0
36 BP 146/150 (97%) 0.31 4 (2%) 58 46 8, 49, 108, 157 0
36 DP 146/150 (97%) 0.21 5 (3%) 49 37 0, 43, 108, 167 0
37 BQ 141/141 (100%) 0.30 8 (5%) 27 |19 7, 50, 102, 180 0
37 DQ 141/141 (100%) -0.06 2 (1%) | 78 68 1, 25, 75, 167 0
38 BR 117/118 (99%) -0.13 1 (0%) 79 18, 39, 91, 120 0
38 DR 117/118 (99%) -0.16 1 (0%) 79 4, 22, 64, 109 0
39 BS 99/112 (88%) 0.24 1 (1%) [ 841 77 15, 67, 116, 158 0
39 DS 99/112 (88%) 0.11 2 (2%) 68 57 11, 41, 91, 147 0
40 BT 138/146 (94%) -0.01 7(5%) 32 23 24, 57, 109, 142 0
40 DT 138/146 (94%) -0.17 3(2%) 65 54 3, 39, 96, 120 0
41 BU 117/118 (99%) 0.16 4 (3%) 49 37 14, 48, 114, 142 0
41 DU 117/118 (99%) -0.19 04100 I 100 2,19, 65, 93 0
42 BV 101/101 (100%) 0.35 4 (3%) 42 31 15, 72, 122, 175 0
42 DV 101/101 (100%) 0.09 2 (1%) 68 57 1, 39, 86, 153 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?%) | Q<0.9
43 BW 113/113 (100%) 0.23 7(6%) 24 |15 11, 32, 89, 159 0
43 DW 113/113 (100%) -0.10 1(0%) 851179 2,17, 64, 110 0
14 | BX 93,/96 (96%) 0.00 0 15, 35, 72, 98 0
44 DX 93/96 (96%) 0.05 1 (1%) [ 82] 74 2,20, 73, 84 0
45 BY 101/110 (91%) 0.75 20, 63, 128, 197 0
45 DY 101/110 (91%) 0.46 6, 54, 131, 226 0
46 BZ 177/206 (85%) 0.77 0, 83, 131, 156 0
46 DZ 177/206 (85%) 0.53 4, 66, 131, 155 0
47 | BO 84/85 (98%) 0.71 11, 44, 92, 147 0
47 DO 84/85 (98%) 0.34 4, 23, 85, 144 0
48 B1 94/98 (95%) 0.47 ( 6, 33, 89, 106 0
48 D1 94,/98 (95%) 0.07 0 2, 28, 85, 136 0
49 B2 71/72 (98%) -0.07 1 (1%) 78 68 18, 49, 104, 122 0
49 D2 71/72 (98%) 0.11 3 (4%) 40 29 2, 30, 96, 132 0
50 B3 60,/60 (100%) 0.38 2 (3%) 50 38 20, 59, 111, 177 0
50 D3 60/60 (100%) 0.16 1( 2, 26, 90, 130 0
51 B4 31/71 (43%) -0.19 33, 76, 100, 107 0
51 D4 31/71 (43%) -0.05 8, 66, 113, 156 0
52 B5 59/60 (98%) 0.48 1, 43, 128, 147 0
52 D5 59/60 (98%) 0.09 0, 29, 112, 160 0
53 B6 45/54 (83%) 1.52 15 (33%) 26, 85, 131, 153 0
53 D6 45/54 (83%) 1.49 14 (31%) 15, 78, 124, 159 0
54 B7 49/49 (100%) 0.01 0 1100 0, 18, 70, 86 0
54 D7 49/49 (100%) -0.09 1(2%) 68 57 0, 3, 44, 108 0
55 B8 64/65 (98%) 0.43 5(7%) 1161 |10 0, 39, 92, 121 0
55 D8 64,/65 (98%) 0.06 1 (1%) 740 64 0, 21, 71, 121 0
56 B9 36/37 (97%) 4.11 33 (91%) mlm 79, 117, 145, 155 0
56 D9 36/37 (97%) 4.10 31 (86%) 45, 105, 140, 163 0
All All | 21119/22212 (95%) 0.31 1192 (5%) 28 20 0, 46, 126, 240 0

The worst 5 of 1192 RSRZ outliers are listed below:
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Mol | Chain | Res | Type | RSRZ
25 DA | 2802 G 13.5
11 AK 129 | SER 13.3
25 BA | 2802 G 13.2
56 B9 14 CYS 12.5
27 DC 166 | ASP 12.4

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

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

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

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

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
D7 MG DA 3141 1/1 0.94 0.85 | 65.99 0,0,0,0 0
57 | MG | DA |3033] 1/1 0.92 | 1.67 | 64.44 LL,11 0
a7 MG DA 3020 1/1 0.40 1.03 | 60.57 0,0,0,0 0
o7 MG BA 3003 1/1 0.78 1.18 | 60.39 0,0,0,0 0
57 | MG | DA |3072| 1/1 0.8% | 1.41 | 57.64 1,111 0
a7 MG CA 1694 1/1 0.88 0.88 | 57.63 1,1,1,1 0
a7 MG DA 3127 1/1 0.78 1.40 52.91 1,1,1,1 0
D7 MG DA 3103 1/1 0.91 1.28 51.63 1,1,1,1 0
57 | MG | DA |3227| 1/1 0.71 | 0.43 | 44.76 0,0,0,0 0
a7 MG DA 3235 1/1 0.94 0.96 | 43.98 0,0,0,0 0
o7 MG DA 3050 1/1 0.90 1.28 | 43.02 0,0,0,0 0
57 | MG | BA |3214| 1/1 0.92 | 1.10 | 41.15 0,0,0,0 0
a7 MG BA 3007 1/1 0.93 1.25 | 40.68 0,0,0,0 0
a7 MG DA 3245 1/1 0.85 0.99 | 39.87 0,0,0,0 1
D7 MG BA 3035 1/1 0.95 1.46 | 39.68 0,0,0,0 0
o7 MG DA 3056 1/1 0.87 0.83 | 39.40 0,0,0,0 0
a7 MG BA 3091 1/1 0.88 0.99 | 37.07 0,0,0,0 0

WO RLDWIDE

PROTEIN DATA BANK
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG AA ] 1650 1/1 0.86 1.10 | 35.80 0,0,0,0 0
57 MG DA | 3146 1/1 0.96 0.58 | 35.30 0,0,0,0 0
57 MG CA 1689 1/1 0.81 1.28 | 33.22 0,0,0,0 1
57 MG CA 1670 1/1 0.67 0.83 | 32.91 0,0,0,0 0
57 MG BA | 3048 1/1 0.96 0.58 | 32.27 0,0,0,0 0
57 MG BA | 3093 1/1 0.90 1.04 | 31.80 0,0,0,0 0
57 | MG | DA |3128| 1/1 0.74 | 1.46 | 31.54 L1,11 0
57 MG BA | 3051 1/1 0.90 0.67 | 31.47 0,0,0,0 0
57 MG DA | 3173 1/1 0.87 0.80 | 31.09 0,0,0,0 0
57 | MG | DA |3087| 1,1 0.94 | 1.10 | 30.53 1,111 0
57 MG DA | 3023 1/1 0.96 1.12 | 29.97 0,0,0,0 0
57 MG AA | 1635 1/1 0.89 1.26 | 29.47 0,0,0,0 0
57 MG BA | 3104 1/1 0.81 0.93 | 28.08 0,0,0,0 0
57 | MG | DA |3177| 1/1 0.70 | 0.81 | 27.20 L1,11 0
57 MG DA | 3251 1/1 0.46 0.69 | 27.10 0,0,0,0 1
57 MG DA | 3099 1/1 0.96 0.55 | 25.88 0,0,0,0 0
57 MG DA | 3098 1/1 0.88 0.83 | 25.87 1,1,1,1 0
57 MG DA | 3086 1/1 0.89 0.93 | 25.51 0,0,0,0 0
57 MG DA | 3262 1/1 0.93 0.80 | 25.46 0,0,0,0 0
57 MG DA | 3045 1/1 0.89 0.61 | 25.33 0,0,0,0 0
57 MG DA | 3043 1/1 0.86 0.86 | 25.33 0,0,0,0 0
57 MG DA | 3047 1/1 0.89 0.71 | 24.50 0,0,0,0 0
57 MG DA | 3259 1/1 0.70 1.08 | 24.47 0,0,0,0 0
57 MG DA | 3100 1/1 0.84 0.80 | 24.40 0,0,0,0 0
57 MG AA | 1624 1/1 0.87 0.72 | 23.81 0,0,0,0 0
57 | MG | DA |3145| 1/1 0.82 | 0.68 | 23.44 L1,11 0
57 MG CA 1690 1/1 0.98 0.34 | 22.92 3,3,3,3 0
57 MG DA | 3061 1/1 0.95 0.63 | 22.63 0,0,0,0 0
57 MG DA | 3070 1/1 0.94 0.99 | 22.31 0,0,0,0 0
57 | MG | BA |3157| 1/1 0.98 | 0.80 | 22.30 1,111 0
57 MG DA | 3129 1/1 0.93 0.53 | 22.30 0,0,0,0 0
57 | MG | DA 3007 | 1/1 0.89 | 0.8%8 | 22.27 L1,11 0
57 MG BA | 3152 1/1 0.91 0.93 | 22.24 3,3,3,3 0
57 | MG | DA |3004| 1,1 0.88 | 1.03 | 22.08 1,1,1,1 0
57 MG DA | 3005 1/1 0.92 0.71 | 21.78 0,0,0,0 0
57 MG BU 201 1/1 0.27 0.94 | 21.66 8,8,8,8 0
57 MG BA | 3233 1/1 0.77 0.88 | 21.23 0,0,0,0 0
57 MG CA 1626 1/1 0.70 1.19 | 20.98 0,0,0,0 0
57 MG BA | 3019 1/1 0.96 0.67 | 20.37 0,0,0,0 0
57 MG CA 1619 1/1 0.70 0.46 | 20.28 0,0,0,0 0
57 MG BA | 3020 1/1 0.97 0.70 | 20.01 0,0,0,0 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG DA | 3055 1/1 0.92 0.34 | 19.93 0,0,0,0 0
57 MG AA | 1617 1/1 0.88 0.69 | 19.44 0,0,0,0 0
57 MG BA | 3201 1/1 0.75 1.25 | 19.16 0,0,0,0 0
57 MG DA | 3073 1/1 0.90 0.53 | 18.57 0,0,0,0 0
57 MG D5 102 1/1 0.71 0.82 | 18.38 0,0,0,0 1
57 MG DA | 3161 1/1 0.79 0.64 | 17.80 0,0,0,0 0
57 MG AA ] 1691 1/1 0.96 0.80 | 17.47 58,58,58,58 0
57 MG DA | 3183 1/1 0.96 0.50 | 17.45 0,0,0,0 0
57 MG BA | 3103 1/1 0.91 0.65 | 17.04 0,0,0,0 0
57 MG BA | 3257 1/1 0.98 0.59 | 16.63 0,0,0,0 0
57 MG BA | 3194 1/1 0.90 0.58 | 16.16 0,0,0,0 0
57 MG DA | 3009 1/1 0.89 1.03 | 16.07 0,0,0,0 0
57 MG DA | 3112 1/1 0.71 0.81 | 16.06 0,0,0,0 0
57 MG DA | 3048 1/1 0.95 0.53 | 15.23 0,0,0,0 0
57 | MG | DA |3088| 1/1 0.82 | 0.74 | 15.05 L1,11 0
57 MG BA | 3125 1/1 0.93 0.67 | 14.66 0,0,0,0 0
57 MG DA | 3044 1/1 0.87 0.60 | 14.61 0,0,0,0 0
57 MG DA | 3169 1/1 0.84 0.82 | 14.60 0,0,0,0 0
57 MG AA | 1664 1/1 0.78 0.39 | 14.38 0,0,0,0 0
57 | MG | DA |3197| 1/1 0.16 | 0.97 | 14.24 1,1,1,1 0
57 MG DA | 3063 1/1 0.72 094 | 14.17 0,0,0,0 0
57 | MG | CA 1620 1/1 0.70 | 1.01 | 13.89 L1,11 0
57 MG DA | 3018 1/1 0.95 0.76 | 13.72 0,0,0,0 0
57 MG CA 1613 1/1 0.92 0.75 | 13.64 0,0,0,0 0
57 MG BA | 3138 1/1 0.95 0.81 | 13.57 0,0,0,0 0
57 MG BA | 3046 1/1 0.87 0.59 | 13.53 0,0,0,0 0
57 MG AA | 1609 1/1 0.95 0.86 | 13.49 3,3,3,3 0
57 MG BA | 3095 1/1 0.93 0.62 | 12.79 0,0,0,0 0
57 MG DA | 3051 1/1 0.87 0.63 | 12.67 0,0,0,0 0
57 MG DA | 3209 1/1 0.94 0.41 | 12.50 0,0,0,0 0
57 MG DA | 3189 1/1 0.98 0.57 | 12.37 0,0,0,0 0
57 MG BA | 3161 1/1 0.93 0.73 | 12.07 0,0,0,0 0
57 MG DA | 3144 1/1 0.92 0.54 | 11.97 0,0,0,0 0
a7 MG DA 3211 1/1 0.76 0.53 11.89 12,12,12,12 0
57 MG BA | 3055 1/1 0.97 041 | 11.75 0,0,0,0 0
57 MG DA | 3019 1/1 0.84 047 | 11.46 0,0,0,0 0
57 MG BA | 3251 1/1 0.79 0.55 | 11.16 8,8,8,8 0
57 | MG | DA |3062| 1,1 0.93 | 0.41 | 11.08 1,111 0
57 MG DA | 3258 1/1 0.88 0.61 | 10.99 8,8,8,8 0
57 MG DA | 3228 1/1 0.84 0.40 | 10.64 0,0,0,0 0
57 MG DA | 3238 1/1 0.79 0.42 | 10.26 0,0,0,0 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG BA | 3247 1/1 0.93 0.59 | 10.16 7,0,7,7 0
57 MG BA | 3036 1/1 0.87 0.73 | 10.12 0,0,0,0 0
57 MG BA | 3075 1/1 0.92 0.73 9.63 0,0,0,0 0
57 MG BA | 3141 1/1 0.90 0.59 9.60 0,0,0,0 0
57 MG DA | 3084 1/1 0.87 0.46 9.58 0,0,0,0 0
57 MG BA | 3053 1/1 0.95 0.37 9.36 0,0,0,0 0
57 MG AA | 1616 1/1 0.91 0.73 9.27 0,0,0,0 0
57 MG AA | 1644 1/1 0.90 0.51 9.26 0,0,0,0 0
57 MG DA | 3158 1/1 0.97 0.41 9.04 0,0,0,0 0
57 MG CA 1602 1/1 0.98 0.29 8.97 0,0,0,0 0
57 MG DA | 3191 1/1 0.77 0.39 8.94 13,13,13,13 0
57 MG DA | 3155 1/1 0.93 0.52 8.94 0,0,0,0 0
57 MG DA | 3174 1/1 0.93 0.49 8.69 0,0,0,0 0
57 MG CA 1651 1/1 0.92 0.29 8.60 0,0,0,0 0
57 MG DA | 3092 1/1 0.97 0.37 8.57 0,0,0,0 0
57 MG CA 1648 1/1 0.97 0.32 8.55 0,0,0,0 0
57 MG BA | 3079 1/1 0.98 0.56 8.50 0,0,0,0 0
57 MG DA | 3201 1/1 0.95 0.47 8.40 0,0,0,0 0
57 MG BA | 3240 1/1 0.67 0.44 8.34 0,0,0,0 0
57 MG CA 1673 1/1 0.85 0.41 8.31 0,0,0,0 0
57 MG BA | 3114 1/1 0.85 0.52 8.28 0,0,0,0 0
57 MG DA | 3035 1/1 0.96 0.34 8.18 0,0,0,0 0
57 MG BA | 3094 1/1 0.79 0.56 8.00 0,0,0,0 0
57 MG DA | 3109 1/1 0.97 0.56 7.92 0,0,0,0 0
57 MG BA | 3150 1/1 0.67 1.37 7.70 0,0,0,0 0
57 MG CA 1652 1/1 0.86 0.29 7.63 0,0,0,0 0
57 MG DA | 3046 1/1 0.92 0.35 7.54 0,0,0,0 0
57 MG BA | 3074 1/1 0.97 0.39 7.42 0,0,0,0 0
57 MG BA | 3117 1/1 0.55 0.80 7.34 0,0,0,0 0
57 MG BA | 3142 1/1 0.93 0.62 6.96 0,0,0,0 0
57 MG DA | 3149 1/1 0.95 0.44 6.66 0,0,0,0 0
57 MG DA | 3122 1/1 0.87 0.32 6.62 0,0,0,0 0
57 MG AA ] 1639 1/1 0.94 0.54 6.49 0,0,0,0 0
57 MG DA | 3250 1/1 0.81 0.35 6.48 46,46,46,46 0
57 MG DA | 3117 1/1 0.98 0.32 6.47 0,0,0,0 0
57 MG BA | 3174 1/1 0.95 0.64 6.43 0,0,0,0 0
57 MG CA 1622 1/1 0.90 0.58 6.33 0,0,0,0 0
57 MG BA | 3239 1/1 0.94 0.41 5.97 0,0,0,0 0
57 MG DA | 3170 1/1 0.83 0.59 5.85 0,0,0,0 0
57 MG AA | 1667 1/1 0.90 0.33 5.83 15,15,15,15 0
57 MG BA | 3081 1/1 0.88 0.36 5.78 0,0,0,0 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG BA | 3067 1/1 0.72 0.67 5.77 0,0,0,0 0
57 MG DA | 3119 1/1 0.97 0.48 5.76 0,0,0,0 0
57 MG CA 1640 1/1 0.73 0.62 5.71 0,0,0,0 0
57 | MG | DA |3135| 1/1 0.94 | 028 | 5.68 L1,11 0
57 MG BA | 3173 1/1 0.68 0.43 5.66 0,0,0,0 0
57 MG BA | 3047 1/1 0.97 0.32 5.46 0,0,0,0 0
57 MG DA | 3225 1/1 0.98 0.73 5.37 0,0,0,0 0
57 MG DA | 3080 1/1 0.98 0.40 5.25 0,0,0,0 0
57 MG DA | 3123 1/1 0.96 0.43 5.01 0,0,0,0 0
57 MG DA | 3082 1/1 0.98 0.33 4.99 0,0,0,0 0
57 MG CA 1666 1/1 0.96 0.57 4.93 0,0,0,0 0
57 MG AA | 1611 1/1 0.96 0.41 4.78 0,0,0,0 0
57 MG DA | 3248 1/1 0.70 0.42 4.76 0,0,0,0 1
57 MG DA | 3107 1/1 0.63 0.53 4.70 0,0,0,0 0
57 MG AA | 1671 1/1 0.96 0.44 4.60 0,0,0,0 0
57 MG AA | 1606 1/1 0.93 0.54 4.53 0,0,0,0 0
57 MG DA | 3232 1/1 0.83 0.33 4.51 0,0,0,0 0
57 MG BA 3140 1/1 0.90 0.24 4.33 12,12,12,12 0
57 MG BA | 3151 1/1 0.97 0.33 4.28 0,0,0,0 0
57 MG BA | 3146 1/1 0.89 0.24 4.25 0,0,0,0 0
57 MG DA | 3064 1/1 0.72 0.50 4.24 0,0,0,0 0
57 | MG | CA |1653| 1/1 0.94 | 050 | 4.23 L1,11 0
57 MG AA | 1604 1/1 0.91 0.34 4.22 0,0,0,0 0
57 MG BA | 3089 1/1 0.96 0.36 4.13 0,0,0,0 0
57 MG DA | 3120 1/1 0.95 0.45 3.95 0,0,0,0 0
57 MG BA | 3215 1/1 0.95 0.29 3.76 18,18,18,18 0
57 MG DA | 3205 1/1 0.98 0.40 3.76 0,0,0,0 0
58 | PAR CA 1695 | 42/42 0.90 0.34 3.72 36,39,47.50 0
57 MG BA | 3227 1/1 0.94 0.56 3.67 0,0,0,0 0
57 MG BA | 3166 1/1 0.91 0.34 3.63 0,0,0,0 0
58 PAR AA 1694 | 42/42 0.87 0.31 3.61 11,14,23,25 0
57 MG DA | 3114 1/1 0.96 0.27 3.57 0,0,0,0 0
57 MG CA 1629 1/1 0.98 0.26 3.57 0,0,0,0 0
57 MG CA 1603 1/1 0.95 0.34 3.42 0,0,0,0 0
57 MG CA 1615 1/1 0.88 0.37 3.33 1,111 0
57 MG AA ] 1653 1/1 0.97 0.29 3.31 0,0,0,0 0
57 MG DA | 3138 1/1 0.98 0.30 3.29 0,0,0,0 0
57 MG BA | 3183 1/1 0.96 0.30 3.28 1,1,1,1 0
57 | MG | DA | 3068 | 1/1 0.95 | 0.38 | 3.21 L1,11 0
57 MG BA | 3197 1/1 0.92 0.39 3.11 0,0,0,0 0
57 | MG | AA | 1657 | 1/1 0.92 | 0.27 | 3.00 1,1,1,1 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG CA 1663 1/1 0.91 0.27 2.99 0,0,0,0 0
o7 MG DA | 3059 1/1 0.87 0.28 2.98 1,1,1,1 0
57 MG DA | 3194 1/1 0.65 0.33 2.92 0,0,0,0 0
57 MG DA | 3182 1/1 0.82 0.37 2.92 0,0,0,0 0
o7 MG AA 1615 1/1 0.96 0.31 2.78 1,1,1,1 0
57 MG DA | 3196 1/1 0.74 0.25 2.77 3,3,3,3 0
57 MG BA | 3139 1/1 0.92 0.32 2.64 0,0,0,0 0
57 MG BA 3002 1/1 0.82 0.27 2.62 13,13,13,13 0
57 MG BA | 3113 1/1 0.93 0.30 2.49 0,0,0,0 0
o7 MG AA 1692 1/1 0.96 0.26 2.22 2,2,2,2 0
57 MG DA | 3108 1/1 0.91 0.31 2.20 0,0,0,0 0
57 MG CA 1650 1/1 0.98 0.29 2.15 0,0,0,0 0
57 MG BA | 3070 1/1 0.85 0.26 2.06 0,0,0,0 0
57 MG BA | 3118 1/1 0.97 0.29 1.98 3,3,3,3 0
57 MG BA | 3033 1/1 0.94 0.32 1.85 0,0,0,0 0
57 MG CA 1657 1/1 0.81 0.21 1.82 0,0,0,0 0
57 | MG | DO | 101 | 1/1 0.75 | 054 | 177 L1,11 0
57 | MG | BA 3030 | 1/1 0.82 | 0.24 | 1.74 26,26,26,26 0
57 MG DA | 3032 1/1 0.99 0.25 1.65 0,0,0,0 0
57 MG CA 1659 1/1 0.94 0.43 1.64 8,8,8,8 0
57 MG CA 1623 1/1 0.92 0.38 1.49 0,0,0,0 0
57 MG DA | 3078 1/1 0.59 0.22 1.48 0,0,0,0 0
57 MG BA | 3206 1/1 0.95 0.28 1.44 0,0,0,0 0
57 MG DA | 3243 1/1 0.91 0.27 1.29 0,0,0,0 0
o7 MG CA 1688 1/1 0.96 0.28 1.23 1,1,1,1 0
57 MG DA | 3041 1/1 0.94 0.24 1.07 36,36,36,36 0
57 MG DA | 3090 1/1 0.94 0.28 1.03 0,0,0,0 0
57 MG CA 1614 1/1 0.95 0.20 1.01 0,0,0,0 0
57 MG BA | 3005 1/1 0.98 0.26 0.95 0,0,0,0 0
57 MG DA | 3037 1/1 0.83 0.24 0.89 0,0,0,0 0
57 MG DA | 3140 1/1 0.95 0.28 0.86 0,0,0,0 0
57 | MG | CA | 1655 | 1/1 0.88 | 0.24 | 0.81 21,21,21,21 0
57 MG AA | 1618 1/1 0.94 0.21 0.77 7,7,7,7 0
57 MG AA | 1655 1/1 0.97 0.20 0.66 0,0,0,0 0
57 MG AA | 1659 1/1 0.90 0.22 0.53 0,0,0,0 0
57 MG CA 1637 1/1 0.83 0.33 0.48 0,0,0,0 0
57 | MG | AA | 1648 | 1/1 0.88 | 0.18 | 0.47 L1,11 0
57 MG DA | 3030 1/1 0.88 0.20 0.35 0,0,0,0 0
57 MG DA | 3213 1/1 0.89 0.19 0.15 0,0,0,0 0
a7 MG BA 3198 1/1 0.84 0.19 0.12 41,41,41,41 0
57 MG BF 302 1/1 0.84 0.34 | -0.02 0,0,0,0 0
57 MG CA 1658 1/1 0.94 0.18 | -0.17 0,0,0,0 0

Continued on next page...



Page 89 wwPDB X-ray Structure Validation Summary Report 4V8J

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG BA | 3179 1/1 0.94 0.24 | -0.18 0,0,0,0 0
57 MG DA | 3239 1/1 0.90 0.22 | -0.19 0,0,0,0 0
57 MG DA | 3223 1/1 0.98 0.24 | -0.19 0,0,0,0 0
57 MG CA 1649 1/1 0.96 0.18 | -0.22 0,0,0,0 0
57 MG AA | 1656 1/1 0.89 0.24 | -0.22 9,9,9,9 0
57 MG DA | 3190 1/1 0.91 0.22 | -0.32 0,0,0,0 0
57 MG AA | 1665 1/1 0.96 0.18 | -0.36 0,0,0,0 0
57 MG BA | 3153 1/1 0.93 0.21 | -0.42 0,0,0,0 0
59 ZN CD 801 1/1 0.86 0.30 | -0.43 8,8,8,8 0
57 MG AA | 1668 1/1 0.93 0.18 | -0.46 36,36,36,36 0
57 MG CA 1691 1/1 0.98 0.12 | -0.86 0,0,0,0 0
57 MG BA | 3027 1/1 0.95 0.13 | -0.87 0,0,0,0 1
57 MG DA | 3115 1/1 0.97 0.19 | -0.87 0,0,0,0 0
57 MG DA | 3057 1/1 0.98 0.21 | -0.89 0,0,0,0 0
57 MG DA | 3052 1/1 0.94 0.21 | -0.97 0,0,0,0 0
57 MG AA | 1663 1/1 0.93 0.16 | -0.98 4,444 0
57 MG AA ] 1693 1/1 0.90 0.12 | -1.17 5,5,5,5 0
59 ZN CN 101 1/1 0.91 0.15 -1.20 | 125,125,125,125 0
57 MG BA 3107 1/1 0.94 0.17 -1.21 12,12,12,12 0
57 | MG | AA | 1658 | 1/1 0.85 | 0.14 | -1.27 41,41 41 41 0
57 MG DA | 3224 1/1 0.95 0.23 | -1.28 0,0,0,0 0
59 ZN AD 801 1/1 0.95 0.26 | -1.32 9,9,9,9 0
59 ZN AN 101 1/1 0.95 0.10 | -1.32 76,76,76,76 0
o7 MG DA 3217 1/1 0.97 0.06 -1.42 31,31,31,31 0
57 MG BA | 3207 1/1 0.88 0.19 | -1.45 0,0,0,0 0
57 | MG | BA 3031 1/1 0.95 | 0.16 | -1.51 2,222 0
o7 MG BA 3224 1/1 0.96 0.14 -1.57 92,52,52,52 0
57 | MG | BA |3052| 1/1 0.90 | 0.16 | -1.64 1,1,1,1 0
57 MG BA | 3164 1/1 0.96 0.15 | -1.67 54,54,54,54 0
57 MG CA 1612 1/1 0.94 0.15 | -1.70 8,8,8,8 0
57 | MG | CV | 101 | 1/1 097 | 0.12 | -1.73 11,11 0
57 MG BA | 3032 1/1 0.91 0.15 | -1.76 0,0,0,0 0
57 MG AA | 1602 1/1 0.97 0.18 | -1.76 0,0,0,0 0
57 MG BA | 3171 1/1 0.89 0.12 | -1.89 6,6,6,6 0
57 MG DB 202 1/1 0.95 0.13 | -2.05 0,0,0,0 0
57 | MG | BA |3088| 1,1 0.82 | 0.17 | -2.05 2,2,2,2 0
a7 MG BA 3182 1/1 0.94 0.15 -2.16 17,17,17,17 0
57 MG BA | 3008 1/1 0.90 0.15 | -2.24 0,0,0,0 0
57 MG BA 3246 1/1 0.83 0.09 -2.27 21,21,21,21 0
57 | MG | BB | 204 | 1/1 0.81 | 0.13 | -2.62 0,0,0,0 1
57 MG DB 201 1/1 0.91 0.15 | -2.70 0,0,0,0 1
57 MG CA 1631 1/1 0.97 0.07 | -3.32 0,0,0,0 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG BA | 3060 1/1 0.96 0.08 | -3.39 28,28,28,28 0
57 MG BA | 3137 1/1 0.94 0.11 | -3.74 | 108,108,108,108 0
57 | MG | AA | 1642 | 1/1 0.90 | 0.10 | -3.94 46,46,46,46 0
57 | MG | AA | 1661 1/1 0.97 | 0.08 | -4.96 11,11 0
57 MG CA 1621 1/1 0.95 0.10 | -5.07 34,34,34,34 0
57 MG BA | 3022 1/1 0.94 0.14 - 8,8,8,8 0
57 MG DA | 3008 1/1 0.89 0.67 - 0,0,0,0 0
57 MG AA | 1687 1/1 0.65 0.64 - 0,0,0,0 0
57 MG CA 1644 1/1 0.93 0.48 - 27,27,27,27 0
57 MG BA | 3120 1/1 0.70 0.84 - 0,0,0,0 0
57 | MG | BA | 3222 1/1 0.97 | 0.21 ; 14,44 0
57 MG CA 1647 1/1 0.85 0.84 - 0,0,0,0 1
57 MG CA 1635 1/1 0.67 0.89 - 0,0,0,0 0
57 MG BA | 3217 1/1 0.78 0.49 - 0,0,0,0 0
57 MG DA | 3247 1/1 0.63 0.54 - 0,0,0,0 1
57 MG BA | 3163 1/1 0.70 1.33 - 3,3,3,3 0
57 MG BA | 3001 1/1 0.67 1.59 - 17,17,17,17 0
57 MG DA | 3253 1/1 0.99 0.41 - 5,5,5,5 0
57 MG BA | 3043 1/1 0.89 0.14 - 0,0,0,0 1
57 MG CA 1669 1/1 0.71 0.71 - 0,0,0,0 0
57 MG DA | 3131 1/1 0.92 0.32 - 0,0,0,0 0
57 MG DA | 3093 1/1 0.97 0.47 - 0,0,0,0 0
57 MG DA | 3187 1/1 0.80 0.43 - 0,0,0,0 0
57 | MG | DA |3097| 1/1 0.98 | 0.45 _ 1,111 0
57 MG CA 1608 1/1 0.83 0.39 - 0,0,0,0 0
57 MG CA 1654 1/1 0.84 0.56 - 0,0,0,0 0
57 MG AA ] 1679 1/1 0.77 0.61 - 0,0,0,0 1
57 MG DA | 3162 1/1 0.80 0.71 - 0,0,0,0 0
57 | MG | AA | 1614| 1,1 0.96 | 0.65 _ 2,2,2,2 0
57 MG DA | 3029 1/1 0.89 0.30 - 0,0,0,0 0
57 MG BE 301 1/1 0.90 0.52 - 0,0,0,0 0
57 MG AA ] 1613 1/1 0.96 0.39 - 0,0,0,0 0
57 MG BA | 3044 1/1 0.82 0.96 - 0,0,0,0 0
57 MG CA 1664 1/1 0.84 0.31 - 0,0,0,0 0
57 MG BA | 3170 1/1 0.96 0.32 - 0,0,0,0 0
57 MG DA | 3106 1/1 0.96 0.29 - 0,0,0,0 0
57 MG BA | 3242 1/1 0.55 0.63 - 0,0,0,0 0
57 MG BA | 3156 1/1 0.96 0.47 - 0,0,0,0 0
57 | MG | DA 3229 1/1 0.97 | 0.55 ; L1,11 0
57 MG DA | 3065 1/1 0.68 0.73 - 0,0,0,0 0
57 MG BA | 3159 1/1 0.96 0.46 - 7,7,7,7 0
57 MG CA 1684 1/1 0.90 0.67 - 0,0,0,0 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG DA | 3125 1/1 0.99 0.13 - 0,0,0,0 0
57 MG BA | 3235 1/1 0.91 0.22 - 0,0,0,0 0
57 MG BA | 3258 1/1 0.89 0.13 - 23,23,23,23 0
57 MG DA | 3002 1/1 0.81 1.16 - 0,0,0,0 0
57 MG BA | 3092 1/1 0.94 0.41 - 0,0,0,0 0
57 MG DA | 3021 1/1 0.80 0.35 - 18,18,18,18 0
57 MG AA | 1647 1/1 0.77 0.27 - 0,0,0,0 0
57 MG AA | 1684 1/1 0.82 0.36 - 0,0,0,0 0
57 MG DA | 3260 1/1 0.93 0.59 - 0,0,0,0 0
57 MG AA | 1605 1/1 0.93 0.12 - 26,26,26,26 0
57 MG BA | 3230 1/1 0.84 0.84 - 0,0,0,0 0
57 MG DA | 3186 1/1 0.91 1.17 - 0,0,0,0 0
57 MG BA | 3135 1/1 0.76 0.84 - 0,0,0,0 0
57 MG BA | 3029 1/1 0.90 0.30 - 0,0,0,0 0
57 MG BA | 3096 1/1 0.90 0.30 - 0,0,0,0 0
57 MG AA | 1622 1/1 0.90 0.22 - 0,0,0,0 0
57 | MG | AA | 1619 1/1 0.8 | 0.44 _ 1,111 0
57 MG BA | 3072 1/1 0.96 0.63 - 0,0,0,0 0
57 MG BA | 3056 1/1 0.93 1.18 - 0,0,0,0 0
57 MG BA | 3108 1/1 0.88 1.13 - 0,0,0,0 0
57 | MG | BA |3062| 1,1 0.97 | 0.06 _ 42,42 42,42 0
57 | MG | BA |3238] 1/1 0.94 | 0.27 _ 2.2,2.2 1
57 | MG | AA | 1652 | 1/1 042 | 1.74 _ 0,0,0,0 1
57 | MG | BA |3124| 1/1 056 | 1.21 _ 2,2,2,2 1
57 MG DA | 3012 1/1 0.85 0.28 - 0,0,0,0 0
57 MG BA | 3200 1/1 0.98 0.06 - 64,64,64,64 0
57 MG BA | 3184 1/1 0.92 0.56 - 0,0,0,0 0
57 MG DA | 3221 1/1 0.65 0.80 - 0,0,0,0 0
57 MG BA | 3049 1/1 0.94 0.40 - 0,0,0,0 0
57 MG BA | 3068 1/1 0.96 0.94 - 0,0,0,0 0
57 MG CA 1660 1/1 0.95 0.11 - 0,0,0,0 0
57 MG CA 1632 1/1 0.90 1.28 - 0,0,0,0 0
57 MG DD 301 1/1 0.71 0.35 - 0,0,0,0 0
57 | MG | BA 3016 | 1/1 0.94 | 052 ; L1,11 0
57 MG B1 101 1/1 0.87 0.20 - 59,59,59,59 1
57 MG DA | 3207 1/1 0.94 0.51 - 0,0,0,0 0
57 MG DA | 3204 1/1 0.75 0.37 - 0,0,0,0 0
57 MG DA | 3079 1/1 0.96 0.58 - 0,0,0,0 0
57 MG BA | 3249 1/1 0.69 1.44 - 0,0,0,0 0
57 MG BA | 3178 1/1 0.90 0.72 - 0,0,0,0 0
57 MG DA | 3034 1/1 0.90 0.36 - 0,0,0,0 0
57 MG DA | 3249 1/1 0.82 0.17 - 0,0,0,0 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 | MG | CA | 1681 | 1/1 0.98 | 0.29 _ 1,111 0
57 MG BA | 3076 1/1 0.87 0.24 - 34,34,34,34 0
57 MG AA | 1643 1/1 0.93 0.14 - 35,35,35,35 0
57 MG BA | 3134 1/1 0.73 1.42 - 0,0,0,0 1
57 MG CA 1609 1/1 0.70 1.56 - 0,0,0,0 0
57 MG CA 1674 1/1 0.93 0.54 - 0,0,0,0 0
57 MG BA | 3248 1/1 0.61 0.62 - 7,0,7,7 0
57 MG CA 1679 1/1 0.81 0.18 - 45,45,45,45 0
57 MG AA | 1645 1/1 0.75 0.81 - 0,0,0,0 0
57 MG DA | 3240 1/1 0.81 0.43 - 0,0,0,0 0
57 | MG | BA |3144| 1/1 0.86 | 0.37 ; L1,11 0
57 MG AA | 1685 1/1 0.84 1.01 - 0,0,0,0 0
57 MG BA | 3169 1/1 0.88 1.21 - 0,0,0,0 0
57 | MG | BA |3069| 1,1 0.88 | 0.08 _ 24,24,24,24 0
57 MG BA | 3160 1/1 0.64 0.65 - 0,0,0,0 0
57 MG BA | 3097 1/1 0.76 0.46 - 0,0,0,0 0
57 MG BA | 3223 1/1 0.59 0.47 - 0,0,0,0 0
57 | MG | AA | 1678 | 1/1 0.94 | 051 ; 2,222 0
57 MG BA | 3216 1/1 0.89 0.24 - 0,0,0,0 1
57 MG DA | 3017 1/1 0.93 0.42 - 0,0,0,0 0
o7 MG BA 3220 1/1 0.97 0.11 - 16,16,16,16 0
57 MG BA | 3165 1/1 0.96 0.33 - 0,0,0,0 0
57 MG DA | 3094 1/1 0.55 0.92 - 0,0,0,0 0
57 MG BA | 3132 1/1 0.81 0.96 - 0,0,0,0 0
57 MG AA | 1682 1/1 0.96 0.14 - 0,0,0,0 0
57 MG DA | 3154 1/1 0.93 0.21 - 0,0,0,0 0
57 MG BA | 3121 1/1 0.93 0.50 - 0,0,0,0 0
57 MG DA | 3010 1/1 0.95 0.61 - 0,0,0,0 0
57 MG BA | 3004 1/1 0.88 1.38 - 0,0,0,0 0
57 MG BA | 3015 1/1 0.89 0.24 - 0,0,0,0 1
57 MG DA | 3178 1/1 0.95 0.41 - 0,0,0,0 1
57 MG BA | 3129 1/1 0.93 0.22 - 0,0,0,0 1
57 MG DA | 3267 1/1 0.96 0.11 - 0,0,0,0 0
57 MG BA | 3105 1/1 0.66 1.18 - 0,0,0,0 0
57 MG DA | 3028 1/1 0.71 0.56 - 0,0,0,0 0
57 MG DA | 3042 1/1 0.89 0.50 - 0,0,0,0 0
57 MG AX 102 1/1 0.96 0.17 - 29,29,29,29 0
57 MG BA | 3122 1/1 0.98 0.41 - 0,0,0,0 0
57 MG DA | 3040 1/1 0.96 0.85 - 0,0,0,0 0
57 MG CA 1641 1/1 0.84 1.80 - 0,0,0,0 0
57 MG DA | 3212 1/1 0.69 1.32 - 0,0,0,0 0
57 | MG | DA |3060| 1,1 052 | 0.72 _ 11,11,11,11 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG CA 1686 1/1 0.97 0.47 - 0,0,0,0 0
57 MG BA | 3127 1/1 0.91 0.17 - 55,55,55,55 0
57 MG BA | 3172 1/1 0.96 0.18 - 0,0,0,0 0
57 MG BA | 3045 1/1 0.83 0.67 - 0,0,0,0 0
57 MG AA ] 1626 1/1 0.87 0.40 - 0,0,0,0 0
57 MG DA | 3142 1/1 0.93 0.60 - 0,0,0,0 0
57 MG BA | 3087 1/1 0.64 0.48 - 0,0,0,0 0
57 MG BA | 3187 1/1 0.65 0.72 - 5,5,5,5 0
57 MG DA | 3026 1/1 0.78 0.35 - 0,0,0,0 0
57 MG DA | 3252 1/1 0.86 0.27 - 0,0,0,0 0
57 MG DA | 3168 1/1 0.98 0.47 - 37,37,37,37 1
57 MG BB 201 1/1 0.88 0.41 - 0,0,0,0 1
57 MG CA 1675 1/1 0.96 0.39 - 0,0,0,0 0
57 MG BO 201 1/1 0.78 0.30 - 47,4747 .47 0
57 MG DA | 3126 1/1 0.91 0.38 - 0,0,0,0 0
57 MG BA | 3099 1/1 0.84 0.68 - 0,0,0,0 0
57 MG DA | 3226 1/1 0.98 0.40 - 0,0,0,0 0
57 MG BA | 3054 1/1 0.91 0.76 - 0,0,0,0 0
57 MG DA | 3192 1/1 0.70 0.90 - 0,0,0,0 0
57 MG DA | 3049 1/1 0.92 0.50 - 0,0,0,0 0
57 MG BA | 3147 1/1 0.93 0.14 - 0,0,0,0 0
57 MG BA | 3080 1/1 0.95 0.24 - 13,13,13,13 0
57 MG BA | 3037 1/1 0.64 0.72 - 0,0,0,0 0
57 MG DA | 3102 1/1 0.92 0.71 - 0,0,0,0 0
57 MG BB 202 1/1 0.95 0.08 - 29,29,29,29 0
57 MG CA 1661 1/1 0.85 0.47 - 1,1,1,1 0
57 | MG | AA 1629 1/1 088 | 0.14 ; 29,29,29,29 0
57 MG CA 1642 1/1 0.91 1.07 - 0,0,0,0 0
57 MG DA | 3261 1/1 0.94 0.16 - 3,3,3,3 0
57 | MG | BA |3109| 1/1 0.93 | 0.27 _ 2,2,2,2 0
57 MG DA | 3053 1/1 0.98 0.41 - 0,0,0,0 0
57 MG DA | 3036 1/1 0.88 0.71 - 1,1,1,1 0
57 MG BA | 3116 1/1 0.87 0.30 - 0,0,0,0 0
57 MG BA | 3025 1/1 0.88 0.40 - 0,0,0,0 0
57 MG BA | 3244 1/1 0.83 0.64 - 0,0,0,0 0
57 MG BA | 3066 1/1 0.86 0.13 - 86,86,86,86 0
57 MG BA | 3231 1/1 0.50 0.59 - 0,0,0,0 0
57 MG DA | 3133 1/1 0.98 0.47 - 0,0,0,0 0
57 | MG | DA |3027| 1/1 0.59 | 0.22 ; L1,11 0
57 MG BA | 3213 1/1 0.86 0.45 - 0,0,0,0 0
57 | MG | DA |a3181| 1/1 0.72 | 0.72 _ 15,15,15,15 0
57 MG B3 101 1/1 0.89 0.67 - 0,0,0,0 0

Continued on next page...



Page 94 wwPDB X-ray Structure Validation Summary Report 4V8J

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG AA ] 1601 1/1 0.80 1.05 - 0,0,0,0 0
57 MG DA | 3265 1/1 0.71 0.70 - 0,0,0,0 0
57 MG AA | 1654 1/1 0.77 0.57 - 0,0,0,0 0
57 MG BA | 3195 1/1 0.65 0.47 - 0,0,0,0 0
57 MG DA | 3134 1/1 0.87 0.57 - 0,0,0,0 0
57 | MG | BA | 3176 | 1/1 0.95 | 0.19 ; 24,2424 24 0
57 MG BA | 3071 1/1 0.92 0.44 - 0,0,0,0 0
57 MG BA | 3256 1/1 0.88 0.87 - 0,0,0,0 0
57 MG DA | 3110 1/1 0.49 0.59 - 0,0,0,0 0
57 MG AA | 1627 1/1 0.94 0.24 - 0,0,0,0 0
57 MG BA | 3219 1/1 0.85 0.10 - 0,0,0,0 0
57 MG AA | 1669 1/1 0.82 0.93 - 3,3,3,3 1
57 | MG | CA 1624 1/1 0.82 | 027 ; L1,11 0
57 MG BA | 3057 1/1 0.94 0.08 - 29,29,29,29 0
57 MG AA | 1673 1/1 0.95 1.30 - 0,0,0,0 0
57 | MG | DA |3003| 1,1 0.84 | 0.48 _ 1,1,1,1 0
57 MG BA | 3189 1/1 0.95 0.63 - 40,40,40,40 0
57 MG DA | 3175 1/1 0.95 0.82 - 0,0,0,0 0
57 MG DA | 3038 1/1 0.78 0.54 - 0,0,0,0 1
57 | MG | DA |3071| 1/1 0.81 | 1.22 ; 1,111 0
57 MG DA | 3124 1/1 0.80 0.51 - 0,0,0,0 0
57 | MG | DA |3067| 1,1 0.92 | 1.37 _ 1,1,1,1 0
57 MG DA | 3148 1/1 0.98 0.19 - 0,0,0,0 0
57 MG AX 101 1/1 0.95 0.10 - 3,3,3,3 0
57 MG CA 1611 1/1 0.90 0.58 - 0,0,0,0 0
57 MG BA | 3196 1/1 0.98 0.26 - 0,0,0,0 1
57 MG AA | 1634 1/1 0.51 1.89 - 0,0,0,0 1
57 MG DA | 3220 1/1 0.83 0.75 - 0,0,0,0 0
57 MG DA | 3200 1/1 0.89 0.84 - 0,0,0,0 0
57 MG BA | 3017 1/1 0.87 0.32 - 0,0,0,0 0
57 MG CA 1639 1/1 0.97 0.47 - 1,1,1,1 0
57 MG DA | 3202 1/1 0.72 0.35 - 0,0,0,0 0
57 MG DA | 3254 1/1 0.71 2.39 - 0,0,0,0 1
57 | MG | CA |1685| 1/1 0.68 | 0.34 ; 1L,11,11,11 0
57 MG AA | 1608 1/1 0.98 0.28 - 0,0,0,0 0
57 MG DA | 3081 1/1 0.91 0.28 - 0,0,0,0 0
57 MG CA 1677 1/1 0.76 0.37 - 0,0,0,0 1
57 | MG | DA | 3111 1/1 0.94 | 0.71 ; L1,11 0
57 MG DA | 3233 1/1 0.84 1.20 - 0,0,0,0 0
57 MG AA ] 1688 1/1 0.72 1.02 - 0,0,0,0 0
57 | MG | DA |3210]| 1,1 0.44 | 0.38 _ 15,15,15,15 0
57 MG DA | 3153 1/1 0.78 0.39 - 0,0,0,0 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG BA | 3050 1/1 0.91 0.18 - 0,0,0,0 0
57 MG CA 1616 1/1 0.95 0.25 - 0,0,0,0 0
57 MG CA 1604 1/1 0.68 0.38 - 0,0,0,0 0
57 MG DA | 3230 1/1 0.71 0.54 - 0,0,0,0 0
57 MG BA | 3149 1/1 0.93 0.18 - 10,10,10,10 0
57 MG BA | 3154 1/1 0.76 0.47 - 0,0,0,0 0
57 MG BA | 3024 1/1 0.83 0.52 - 0,0,0,0 0
57 MG CA 1618 1/1 0.95 0.13 - 0,0,0,0 0
57 MG AA | 1677 1/1 0.94 0.43 - 0,0,0,0 0
57 MG AA | 1632 1/1 0.90 0.16 - 3,3,3,3 0
57 MG BA | 3102 1/1 0.91 0.33 - 38,38,38,38 0
57 MG DA | 3116 1/1 0.93 0.33 - 0,0,0,0 0
57 MG BA | 3237 1/1 0.28 1.25 - 3,3,3,3 0
57 | MG | BA |3228] 1/1 0.78 | 0.29 _ 1,1,1,1 0
57 MG CA 1606 1/1 0.78 1.14 - 5,5,5,5 0
57 MG DA | 3006 1/1 0.73 0.56 - 3,3,3,3 0
a7 MG BA 3061 1/1 0.91 0.22 - 40,40,40,40 0
57 MG DA | 3151 1/1 0.87 0.26 - 0,0,0,0 0
57 MG BA | 3058 1/1 0.84 0.30 - 4,444 0
57 | MG | BA |3115| 1/1 0.97 | 048 ; L1,11 0
57 MG DA | 3198 1/1 0.51 0.90 - 0,0,0,0 1
57 | MG | AA | 1674| 1/1 0.83 | 1.25 _ 16,16,16,16 0
57 MG AA ] 1623 1/1 0.70 0.47 - 0,0,0,0 0
57 MG DA | 3218 1/1 0.91 0.54 - 0,0,0,0 0
57 | MG | DA |3152| 1/1 0.90 | 0.25 ; 2,222 0
57 MG AA ] 1633 1/1 0.92 1.06 - 0,0,0,0 0
57 MG BA | 3100 1/1 0.97 0.10 - 73,73,73,73 0
57 MG AA ] 1683 1/1 0.97 0.20 - 0,0,0,0 0
57 MG BA | 3225 1/1 0.93 0.96 - 0,0,0,0 0
57 MG AA ] 1638 1/1 0.57 0.64 - 9,9,9,9 0
57 MG DA | 3001 1/1 0.88 0.55 - 0,0,0,0 0
57 MG BB 203 1/1 0.65 0.75 - 0,0,0,0 1
57 MG BA | 3218 1/1 0.88 0.24 - 0,0,0,0 0
57 MG CA 1687 1/1 0.85 0.93 - 0,0,0,0 1
57 MG BA | 3064 1/1 0.91 0.18 - 51,51,51,51 0
57 MG AA | 1649 1/1 0.94 0.06 - 67,67,67,67 0
a7 MG DA 3172 1/1 0.97 0.22 - 43,43,43,43 0
57 MG CA 1682 1/1 0.77 0.72 - 1,1,1,1 0
57 MG DA | 3105 1/1 0.84 0.60 - 0,0,0,0 0
57 | MG | CA |1617| 1/1 0.84 | 0.82 ; L1,11 0
57 MG DA | 3074 1/1 0.95 0.25 - 0,0,0,0 0
57 MG AA | 1651 1/1 0.97 0.36 - 0,0,0,0 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG DA | 3215 1/1 0.86 0.31 - 0,0,0,0 0
57 MG BA | 3162 1/1 0.95 0.22 - 6,6,6,6 0
57 MG BA | 3123 1/1 0.86 0.56 - 0,0,0,0 0
57 MG BA | 3059 1/1 0.71 0.87 - 0,0,0,0 0
57 MG DA | 3039 1/1 0.81 0.53 - 0,0,0,0 0
57 MG DA | 3132 1/1 0.33 0.97 - 0,0,0,0 0
57 MG BA | 3090 1/1 0.83 0.56 - 0,0,0,0 0
57 MG DA | 3014 1/1 0.95 0.19 - 8,8,8,8 0
57 MG DA | 3266 1/1 0.82 0.53 - 0,0,0,0 0
57 MG BA | 3253 1/1 0.83 1.01 - 0,0,0,0 0
57 | MG | DA |3237| 1/1 0.73 | 1.39 ; L1,11 0
57 MG BA | 3014 1/1 0.97 0.21 - 0,0,0,0 0
57 MG CA 1692 1/1 0.98 0.08 - 0,0,0,0 1
57 MG DA | 3255 1/1 0.91 0.40 - 0,0,0,0 0
57 MG BA | 3255 1/1 0.93 0.09 - 0,0,0,0 0
57 MG BA | 3180 1/1 0.89 0.52 - 0,0,0,0 0
57 MG BA | 3082 1/1 0.85 0.28 - 88,88,88,88 0
57 MG BA | 3202 1/1 0.80 0.72 - 0,0,0,0 0
57 MG CA 1671 1/1 0.95 1.05 - 0,0,0,0 0
57 | MG | DA |3167| 1/1 0.70 | 0.61 ; L1,11 0
57 MG AA | 1631 1/1 0.50 1.27 - 0,0,0,0 0
57 | MG | DA | 3143 | 1/1 0.91 | 0.57 _ 1,1,1,1 0
57 MG BA | 3175 1/1 0.95 0.19 - 0,0,0,0 0
57 MG BA | 3181 1/1 0.94 1.45 - 8,8,8,8 0
57 MG DA | 3203 1/1 0.93 0.40 - 0,0,0,0 0
57 MG BA | 3130 1/1 0.91 0.22 - 0,0,0,0 0
57 MG AA | 1607 1/1 0.92 0.17 - 0,0,0,0 0
57 | MG | CA | 1630 1,1 0.74 | 0.46 _ 1,1,1,1 0
57 MG BA | 3018 1/1 0.55 1.16 - 0,0,0,0 0
57 MG BA | 3136 1/1 0.99 0.50 - 0,0,0,0 0
57 MG BA | 3023 1/1 0.93 0.10 - 43,43,43,43 0
57 MG BA | 3232 1/1 0.89 0.41 - 0,0,0,0 0
57 MG DA | 3256 1/1 0.76 1.10 - 0,0,0,0 0
57 MG AA | 1662 1/1 0.87 0.45 - 26,26,26,26 0
57 MG AA ] 1603 1/1 0.97 0.08 - 55,55,55,55 0
57 MG BA | 3063 1/1 0.90 0.19 - 32,32,32,32 0
57 | MG | BA |3128] 1/1 0.77 | 0.19 _ 44,44 0
57 MG DA | 3268 1/1 0.28 0.84 - 0,0,0,0 1
57 MG DA | 3118 1/1 0.93 0.98 - 0,0,0,0 0
57 MG AA ] 1681 1/1 0.83 0.41 - 0,0,0,0 0
57 MG AA ] 1640 1/1 0.82 0.45 - 0,0,0,0 0
57 MG BA | 3101 1/1 0.92 0.08 - 13,13,13,13 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG DA | 3263 1/1 0.90 0.43 - 0,0,0,0 0
57 MG DA | 3234 1/1 0.83 1.01 - 0,0,0,0 0
57 MG BA | 3131 1/1 0.86 0.24 - 0,0,0,0 0
57 MG CA 1665 1/1 0.87 0.32 - 0,0,0,0 0
57 MG AA | 1675 1/1 0.91 0.94 - 0,0,0,0 0
57 MG BA | 3084 1/1 0.88 0.65 - 0,0,0,0 0
57 MG BA | 3229 1/1 0.85 0.32 - 13,13,13,13 0
57 MG BA | 3042 1/1 0.95 0.59 - 0,0,0,0 0
57 MG DA | 3095 1/1 0.94 0.95 - 0,0,0,0 0
57 MG AA | 1689 1/1 0.93 0.53 - 0,0,0,0 0
57 MG B5 101 1/1 0.91 0.29 - 0,0,0,0 0
57 MG BA | 3021 1/1 0.80 1.50 - 0,0,0,0 0
57 MG BA | 3188 1/1 0.98 0.53 - 5,9,5,5 0
57 MG CA 1672 1/1 0.89 0.54 - 0,0,0,0 0
57 MG DA | 3101 1/1 0.96 0.60 - 0,0,0,0 0
57 MG BA | 3158 1/1 0.91 0.96 - 0,0,0,0 0
57 | MG | CA | 1625]| 1/1 047 | 1.28 _ 1,111 0
57 MG BA | 3259 1/1 0.85 0.87 - 0,0,0,0 0
57 MG CA 1676 1/1 0.95 0.19 - 0,0,0,0 0
57 | MG | DA |3066| 1/1 0.93 | 0.61 ; L1,11 0
57 MG DA | 3206 1/1 0.79 0.32 - 36,36,36,36 0
57 MG BA | 3010 1/1 0.70 0.57 - 0,0,0,0 0
57 MG DA | 3241 1/1 0.26 1.00 - 0,0,0,0 0
57 MG DA | 3159 1/1 0.93 0.65 - 0,0,0,0 0
57 MG DA | 3160 1/1 0.82 1.12 - 0,0,0,0 0
57 MG BA | 3028 1/1 0.82 0.17 - 83,83,83,83 0
57 MG CA 1638 1/1 0.74 0.57 - 0,0,0,0 0
57 MG AA | 1686 1/1 0.70 0.97 - 0,0,0,0 0
57 MG BA | 3083 1/1 0.94 0.72 - 0,0,0,0 0
57 MG BA | 3126 1/1 0.83 0.61 - 0,0,0,0 1
57 | MG | DA |3166| 1/1 0.65 | 0.37 _ 1L11,11,11 0
57 MG BA | 3012 1/1 0.95 0.17 - 68,68,68,68 0
57 MG DA | 3195 1/1 0.54 0.59 - 32,32,32,32 0
57 MG DA | 3176 1/1 0.74 0.93 - 0,0,0,0 0
57 MG DA | 3246 1/1 0.76 1.28 - 0,0,0,0 0
57 MG BA | 3234 1/1 0.98 0.44 - 0,0,0,0 0
57 MG DA | 3075 1/1 0.73 0.51 - 0,0,0,0 0
57 MG BA | 3177 1/1 0.98 0.41 - 0,0,0,0 0
57 | MG | AA | 1660 | 1/1 0.82 | 045 ; 2,222 0
57 | MG | CA 1683 1/1 0.74 | 1.04 ; L1,11 0
57 MG BA | 3065 1/1 0.95 0.12 - 16,16,16,16 0
57 MG BA | 3254 1/1 0.76 0.82 - 0,0,0,0 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG DA | 3236 1/1 0.74 1.43 - 0,0,0,0 0
57 MG BA | 3155 1/1 0.92 0.62 - 0,0,0,0 0
57 MG CV 102 1/1 0.70 0.78 - 0,0,0,0 0
57 MG AA ] 1630 1/1 0.89 0.37 - 29,29,29,29 0
57 MG DA | 3016 1/1 0.83 0.41 - 0,0,0,0 0
57 MG DA | 3024 1/1 0.88 0.40 - 0,0,0,0 0
57 MG CA 1668 1/1 0.82 1.06 - 0,0,0,0 0
57 MG BA | 3199 1/1 0.26 0.49 - 0,0,0,0 0
57 MG BA | 3191 1/1 0.85 0.89 - 0,0,0,0 0
57 MG BA | 3209 1/1 0.81 1.44 - 0,0,0,0 0
57 MG BA | 3077 1/1 0.95 0.44 - 0,0,0,0 0
57 MG AA ] 1610 1/1 0.66 1.51 - 0,0,0,0 0
57 MG AA ] 1680 1/1 0.88 1.77 - 0,0,0,0 0
57 MG DA | 3165 1/1 0.61 1.07 - 0,0,0,0 0
57 MG CA 1667 1/1 0.65 0.62 - 27,27,27,27 0
57 MG DA | 3031 1/1 0.95 0.34 - 0,0,0,0 0
57 MG DA | 3185 1/1 0.75 0.30 - 0,0,0,0 0
57 MG DA | 3219 1/1 0.94 0.63 - 0,0,0,0 0
57 | MG | DE | 301 | 1/1 0.78 | 0.26 ; L1,11 0
57 MG BA | 3193 1/1 0.69 0.75 - 0,0,0,0 0
57 | MG | DA |3083| 1,1 0.94 | 0.47 _ 1,1,1,1 0
57 MG B5 102 1/1 0.90 1.07 - 0,0,0,0 1
57 MG BA | 3203 1/1 0.81 0.56 - 0,0,0,0 0
57 MG CA 1678 1/1 0.73 0.47 - 0,0,0,0 1
57 MG D5 101 1/1 0.95 0.57 - 0,0,0,0 0
57 MG BA | 3204 1/1 0.45 0.45 - 3,3,3,3 0
57 MG DA | 3104 1/1 0.94 0.73 - 0,0,0,0 0
57 MG AA | 1636 1/1 0.77 0.79 - 4,444 0
57 MG BA | 3243 1/1 0.59 1.02 - 0,0,0,0 0
57 MG BA | 3186 1/1 0.95 0.59 - 0,0,0,0 0
57 MG AA | 1676 1/1 0.64 0.52 - 0,0,0,0 0
57 MG DA | 3139 1/1 0.85 0.47 - 0,0,0,0 0
57 MG BA | 3119 1/1 0.90 0.39 - 0,0,0,0 0
57 MG BA | 3078 1/1 0.89 0.16 - 0,0,0,0 0
57 MG BA | 3192 1/1 0.87 0.40 - 0,0,0,0 0
57 MG DA | 3137 1/1 0.99 0.26 - 0,0,0,0 0
a7 MG BA 3212 1/1 0.88 1.07 - 11,11,11,11 0
57 MG DA | 3054 1/1 0.96 0.85 - 0,0,0,0 0
57 | MG | DA | 3264 1/1 0.68 | 0.71 ; L1,11 0
57 MG DA | 3193 1/1 0.95 0.65 - 0,0,0,0 0
57 MG DA | 3091 1/1 0.93 0.68 - 0,0,0,0 0
57 MG DA | 3069 1/1 0.96 0.56 - 0,0,0,0 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG DA | 3184 1/1 0.76 0.71 - 0,0,0,0 1
57 MG AA ] 1670 1/1 0.95 0.37 - 0,0,0,0 0
57 MG BA | 3252 1/1 0.89 0.28 - 0,0,0,0 0
57 MG BA | 3110 1/1 0.86 0.85 - 0,0,0,0 0
57 MG BA | 3026 1/1 0.81 0.77 - 0,0,0,0 0
57 MG DA | 3058 1/1 0.88 1.24 - 0,0,0,0 0
57 MG CA 1633 1/1 0.97 0.41 - 0,0,0,0 0
57 MG DA | 3164 1/1 0.49 1.04 - 0,0,0,0 0
57 MG DA | 3015 1/1 0.97 0.64 - 0,0,0,0 0
o7 MG CA 1646 1/1 0.86 0.50 - 1,1,1,1 0
57 MG DA | 3121 1/1 0.93 0.70 - 0,0,0,0 0
57 MG BA | 3221 1/1 0.95 0.13 - 79,79,79,79 0
57 MG DA | 3244 1/1 0.66 1.32 - 0,0,0,0 0
57 MG AA | 1672 1/1 0.97 0.69 - 0,0,0,0 0
57 MG BA | 3167 1/1 0.75 0.82 - 0,0,0,0 0
57 MG CA 1607 1/1 0.90 1.17 - 0,0,0,0 0
57 MG BA | 3009 1/1 0.77 0.46 - 0,0,0,0 0
57 | MG | BF | 301 | 1/1 0.92 | 0.25 ; 27,27,27.27 1
57 MG CA 1693 1/1 0.64 0.44 - 0,0,0,0 0
57 MG BA | 3148 1/1 0.65 0.37 - 0,0,0,0 0
57 MG CA 1634 1/1 0.85 0.97 - 0,0,0,0 0
57 MG DA | 3180 1/1 0.96 0.25 - 0,0,0,0 0
57 MG DA | 3163 1/1 0.92 0.79 - 0,0,0,0 0
57 | MG | DA |3025| I1/1 0.96 | 0.15 _ 1,111 0
57 MG AA | 1625 1/1 0.94 0.07 - 3,3,3,3 0
57 MG BA | 3260 1/1 0.87 0.19 - 13,13,13,13 0
57 | MG | DA | 3242 1/1 0.93 | 0.59 ; L1,11 0
57 MG AA | 1646 1/1 0.86 0.85 - 0,0,0,0 0
57 MG CA 1636 1/1 0.77 0.48 - 0,0,0,0 0
57 | MG | CA | 1680 1,1 0.79 | 0.52 _ 1,111 0
57 MG DA | 3199 1/1 0.53 0.60 - 1,1,1,1 0
57 MG DA 3011 1/1 0.98 0.12 - 10,10,10,10 0
57 MG DA | 3257 1/1 0.97 0.32 - 0,0,0,0 1
57 MG AA ] 1628 1/1 0.63 1.07 - 0,0,0,0 0
57 MG CA 1610 1/1 0.94 0.48 - 0,0,0,0 0
57 MG CA 1627 1/1 0.91 0.25 - 3,3,3,3 0
57 MG BA | 3039 1/1 0.84 0.37 - 0,0,0,0 0
57 MG BA | 3245 1/1 0.78 0.69 - 0,0,0,0 0
57 MG DA | 3231 1/1 0.95 0.31 - 0,0,0,0 0
57 | MG | BA 3031 1/1 0.97 | 0.12 ; 21,21,21,21 0
57 MG AA ] 1690 1/1 0.94 0.20 - 23,23,23,23 0
57 MG BA | 3098 1/1 0.94 1.14 - 0,0,0,0 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG DA | 3130 1/1 0.88 0.42 - 0,0,0,0 0
57 MG CA 1662 1/1 0.93 0.32 - 13,13,13,13 0
57 MG DA | 3150 1/1 0.95 0.35 - 0,0,0,0 0
57 MG BA | 3086 1/1 0.93 0.17 - 35,35,35,35 0
57 MG DA | 3188 1/1 0.94 0.75 - 0,0,0,0 0
57 MG BA | 3236 1/1 0.69 0.59 - 0,0,0,0 0
57 MG BA | 3106 1/1 0.92 0.21 - 7,0,7,7 0
57 MG BA | 3208 1/1 0.87 0.33 - 0,0,0,0 0
57 MG BA | 3145 1/1 0.84 1.10 - 0,0,0,0 0
o7 MG DA | 3076 1/1 0.93 0.30 - 1,1,1,1 0
57 MG BA | 3190 1/1 0.45 0.76 - 0,0,0,0 0
57 MG DA | 3113 1/1 0.88 0.44 - 0,0,0,0 0
57 MG BA | 3241 1/1 0.74 0.33 - 5,9,5,5 0
57 MG CA 1601 1/1 0.91 0.43 - 0,0,0,0 0
a7 MG DA 3222 1/1 0.86 1.32 - 1,1,1,1 0
57 MG BA | 3040 1/1 0.84 0.66 - 0,0,0,0 0
57 MG DA | 3208 1/1 0.90 0.21 - 0,0,0,0 0
57 MG BA | 3133 1/1 0.92 0.33 - 0,0,0,0 0
57 | MG | AA 1620 | 1/1 0.84 | 0.34 ; L1,11 0
57 MG CA 1628 1/1 0.93 0.19 - 0,0,0,0 0
57 MG BA | 3205 1/1 0.85 0.22 - 33,33,33,33 0
57 MG BA | 3261 1/1 0.81 0.35 - 31,31,31,31 0
57 MG AA | 1612 1/1 0.59 1.05 - 0,0,0,0 0
57 MG DA | 3089 1/1 0.96 0.45 - 0,0,0,0 0
57 MG BA | 3013 1/1 0.93 0.18 - 63,63,63,63 0
57 MG BA | 3038 1/1 0.86 0.50 - 28,28,28,28 0
57 MG DA | 3085 1/1 0.84 0.77 - 0,0,0,0 0
57 MG BA | 3085 1/1 0.77 1.26 - 0,0,0,0 0
57 MG DA | 3157 1/1 0.96 0.42 - 0,0,0,0 0
57 MG DA | 3171 1/1 0.96 0.14 - 0,0,0,0 0
57 MG DA | 3179 1/1 0.54 0.69 - 0,0,0,0 0
57 MG BA | 3073 1/1 0.86 0.52 - 0,0,0,0 0
57 MG AA | 1666 1/1 0.96 0.12 - 45,45,45,45 0
57 | MG | DA | 3077 | 1/1 0.82 | 0.61 ; L1,11 0
57 | MG | CA | 1645| 1,1 0.72 | 1.94 _ 1,1,1,1 0
57 | MG | DA |3147| 1/1 0.94 | 0.18 _ 1,111 0
57 | MG | BA |3168| 1/1 0.88 | 0.13 _ 11,11,11,11 0
57 MG BA | 3011 1/1 0.83 1.91 - 0,0,0,0 0
57 MG AA | 1637 1/1 0.91 0.18 - 34,34,34,34 0
57 | MG | BA | 3111 1/1 0.84 | 0.90 ; 2,2,2.2 0
57 MG BA | 3185 1/1 0.94 0.30 - 13,13,13,13 1
57 MG BA | 3112 1/1 0.95 0.34 - 0,0,0,0 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
57 MG BA | 3226 1/1 0.91 0.32 - 39,39,39,39 0
57 MG BA | 3041 1/1 0.91 0.45 - 0,0,0,0 1
57 MG DA | 3214 1/1 0.71 1.17 - 0,0,0,0 0
57 MG AA | 1621 1/1 0.89 1.04 - 0,0,0,0 0
57 MG BA | 3143 1/1 0.93 0.49 - 0,0,0,0 0
57 MG DA | 3136 1/1 0.75 0.78 - 1,111 0
57 MG BA | 3210 1/1 0.93 0.23 - 0,0,0,0 0
57 MG CA 1643 1/1 0.97 0.32 - 0,0,0,0 0
57 MG AA | 1641 1/1 0.77 0.29 - 0,0,0,0 0
57 MG BA | 3250 1/1 0.92 1.37 - 0,0,0,0 1
57 MG CA 1656 1/1 0.74 1.31 - 0,0,0,0 0
57 MG BA | 3006 1/1 0.84 0.77 - 0,0,0,0 0
57 MG DA | 3096 1/1 0.95 0.40 - 0,0,0,0 0
57 | MG | CA | 1605| 1,1 0.95 | 0.22 _ 1,1,1,1 0
57 MG DA | 3156 1/1 0.96 0.29 - 0,0,0,0 0
57 MG DA | 3216 1/1 0.94 0.59 - 0,0,0,0 0
57 MG BA | 3211 1/1 0.88 0.28 - 0,0,0,0 1
57 MG DA | 3022 1/1 0.94 0.73 - 0,0,0,0 0
57 MG DA | 3013 1/1 0.96 0.23 - 0,0,0,0 0

6.5 Other polymers (i)

There are no such residues in this entry.
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