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PDBID : 4P70
Title : Crystal Structure of Unmodified tRNA Proline (CGG) Bound to Codon CCG
on the Ribosome
Authors : Maehigashi, T.; Dunkle, J.A.; Dunham, C.M.
Deposited on : unknown
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This is a wwPDB X-ray Structure Validation Summary Report for a publicly released PDB entry.

We welcome your comments at validation @mail.wwpdb.org
A user guide is available at
http://wwpdb.org/validation /2016 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467
Mogul : 1.7.2 (RC1), CSD as538be (2017)

Xtriage (Phenix) : 1.9-1692
EDS : 1rb-20030345
Percentile statistics : 20161228.v01 (using entries in the PDB archive December 28th 2016)

Refmac : 5.8.0135
CCP4 : 6.5.0
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : rb-20030345
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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 3.68 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 | . (.272
Clashscore N 0 I 16

Ramachandran outliers 0 I 6.5%
Sidechain outliers 0 N 16.4%

RSRZ outliers Hmm(] I 6.5%

RNA backbone IS | I 0.43

Worse Better

0 Percentile relative to all X-ray structures

[ Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution

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

Rfree 100719 1161 (3.86-3.50)

Clashscore 112137 1295 (3.86-3.50)

Ramachandran outliers 110173 1245 (3.86-3.50)

Sidechain outliers 110143 1242 (3.86-3.50)

RSRZ outliers 101464 1188 (3.86-3.50)

RNA backbone 2435 1005 (4.46-2.90)

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

Mol | Chain | Length Quality of chain

=

1 QA 1522 35% 47% 14%
=

1 XA 1522 33% 48% 15%
&

2 QB 256 49% 36% 7% . 7%

2 XB 256 46% 36% % - 7%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

3 QC 239 = 54% 28% VT

3 XC 239 L 54% 28% VT

4 QD 209 = 52% 41% “o% -
4 XD 209 = 66% 27% 5%

5 QE 162 = 59% 31% R

5 XE 162 = 56% 33% TS% 7%
6 QF 101 : 66% 29% 5%
6 XF 101 63% 34% o
7 | QG g | m— 7 32 —
7 XG 156 = 71% 26% o
8 QH 138 £ 59% 37% -
8 XH 138 = 64% 30% 6%
9 QI 128 &52% o =
9 XI 128 e 52% 38% o -
10 QJ 105 e 43% 43% % 6%
10 XJ 105 = 45% 41% % 6%
11 QK 129 = 58% 29% Ts% 8%
11 XK 129 = 60% 30% %
12 QL 132 — 48% 37% 8% - 5%

12 | XL gy | —— 36% T
13 | QM 126 —— T e
13 XM 126 == 48% 38% T
14 | QN 61 + 3% -
14 XN 61 e 51% 38% Tow .
15 QO 89 65% 27% 7% .

Continued on next page...
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Mol | Chain | Length Quality of chain
%
15 XO 89 . 64% 27% B T
%
16 QP 88 . 65% 24% % 5%
20%
16 XP 88 52% 39% 5% 5%
13%
17 QQ 105 59% 32% U
13%
17 XQ 105 70% 21% 5% 5%
%
18 QR 88 . 52% 22% 20%
3%
18 XR 88 - 43% 33% 20%
34%
..
19 QS 93 42% 32% 15% - 10%
9%
19 XS 93 e 45% 1% . 10%
8%
20 QT 106 r— 56% 33% 5% 7%
32%
LS. ————
20 XT 106 45% 39% 9% 7%
74%
e — —
21 QU 27 44% 44% . %
56%
I —
21 XU 27 59% 30% . 7%
5%
22 RA 2916 - 35% 43% 18%
2%
22 YA 2916 - 34% 44% 18%
%
23 RB 122 . 40% 42% BT
%
23 YB 122 . 34% 43% Y ——
%
24 RD 276 . 52% 38% ow .
2%
24 | YD 276 | T 5% 5% -
3%
25 RE 206 - a7% 39% ik .
%
25 YE 206 : 52% 36% 0% -
26 RF 210 a7% 38% BT
26 YF 210 60% 26% o .
5%
27 RG 182 - 54% 37% % e
%
27 YG 182 = 53% 36% ow a.
Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
37%
..
28 RH 180 45% 36% 13% .+ 6%
%
28 YH 180 B 46% 32% 14% . 6%
%
29 RI s | T
%
—
29 YI 148 21%
5%
30 RN 140 - 50% 41% % -
30 YN 140 50% 39% 9%
%
31 | RO 122 | ® o o =
9%
31 | YO 129 | — = 7% -
7%
32 RP 150 — 42% 39% B T —
3%
32 YP 150 - 39% 39% 19% .
21%
- .
33 RQ 141 44% 42% 2% -
3%
33 YQ 141 = 50% 38% low -
3%
34 RR 118 - 42% 47% e
7%
34 YR 118 57% 31% s
9%
35 RS 112 44% 39% s
3%
35 YS 112 = 46% 38% R 7
5%
36 RT 146 46% 39% % v 6%
3%
36 YT 146 - 41% 42% e %
%
37 RU 118 = 64% 27% 7%
%
37 YU 118 = 47% 43% % .
%
38 | RV 101 | ™ 2 o7 ——
3%
38 YV 101 - 43% 46% %
%
39 RW 113 : 62% 28% %
%
39 YW 113 - 65% 27% Tow
40 RX 96 56% 31% B —

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
40 YX 96 52% 39% 5% .
%
41 RY 110 B 28% 49% 15% 7%
%
4] YY 110 : 45% 32% 15% - 7%
5%
42 RZ 206 r— 31% 39% 16% 11%
42 YZ 206 30% 41% le% T
3%
43 RO 85 — 44% 47% % .
43 YO0 85 39% 49% B
6%
44 R1 98 58% 32% % .
1%
44 Y1 98 54% 36% 7% .
45 R2 72 61% 28% T
45 Y2 72 42% 39% B VT
3%
46 R3 60 - 70% 23% “5% .
%
46 Y3 60 u 58% 30% 0% -
17%
47 R4 71 35% 42% 17% 6%
7%
47 Y4 71 28% 34% 31% 7%
3%
48 R5 60 - 43% 43% o o
3%
48 Y5 60 42% 43% BT e
81%
s E—
49 RO 54 19% 41% 30% 9%
78%
L aa—
49 Y6 54 30% 39% 19% 9%
7%
50 R7 49 - 61% 31% 8%
3%
50 Y7 49 — 63% 29% 8%
9%
51 RS8 65 — 48% 38% 1
8%
51 Y8 65 r— 38% 42% B T 7
100%
. s
52 R9 37 62% 32% 5%
100%
L a—
H2 Y9 37 59% 38% .

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
53 QV 77 L 30% 49% 17% -
53 XV 77 L 38% 34% 25% -
54 QX 25 % 12% 8% 68%
54 XX 25 —M_ 16% 12% 68%
55 QY 17 12%* 24% 6% 53%
55 XY 17 = 35% 6% 6% 53%
56 76 3 67% 33%
56 78 3 67% 33%

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 | PAR QA | 1601 - - - X
57 | PAR XA 1601 - - - X
58 MG QA | 1634 - - - X
58 MG RA | 3007 - - - X
58 MG RA | 3009 - - - X
58 MG RA | 3033 - - - X
58 MG RA | 3036 - - - X
58 MG RA | 3039 - - - X
58 MG RA | 3067 - - - X
58 MG RA | 3080 - - - X
58 MG RA | 3093 - - - X
58 MG RA | 3094 - - - X
58 MG RA | 3096 - - - X
58 MG RA | 3102 - - - X
58 MG RA | 3125 - - - X
58 MG RA | 3138 - - - X
58 MG RA | 3141 - - - X
58 MG RA | 3142 - - - X
58 MG RA | 3144 - - - X
58 MG RA | 3151 - - - X
58 MG RA | 3164 - - - X
58 MG RA | 3169 - - - X
58 MG RA | 3175 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
58 MG RA | 3183 - - - X
58 MG RA | 3188 - - - X
58 MG RA | 3196 - - - X
58 MG RA | 3225 - - - X
28 MG RA | 3227 - - - X
58 MG RA | 3229 - - - X
58 MG RA | 3235 - - - X
58 MG RP 201 - - - X
58 MG RP 202 - - - X
58 MG XA 1620 - - - X
58 MG XA 1666 - - - X
58 MG XA 1671 - - - X
58 MG XA 1675 - - - X
58 MG YO0 101 - - - X
58 MG YA 3003 - - - X
58 MG YA 3010 - - - X
58 MG YA 3014 - - - X
58 MG YA 3015 - - - X
58 MG YA 3035 - - - X
58 MG YA 3038 - - - X
58 MG YA 3047 - - - X
58 MG YA 3049 - - - X
58 MG YA 3080 - - - X
58 MG YA 3090 - - - X
58 MG YA 3099 - - - X
58 MG YA 3140 - - - X
58 MG YA 3142 - - - X
58 MG YA 3154 - - - X
58 MG YA 3161 - - - X
58 MG YA 3164 - - - X
58 MG YA 3165 - - - X
58 MG YA 3170 - - - X
58 MG YA 3180 - - - X
58 MG YA 3184 - - - X
58 MG YA 3197 - - - X
58 MG YA 3199 - - - X
58 MG YA 3204 - - - X
58 MG YA 3205 - - - X
58 MG YA 3206 - - - X
58 MG YA 3207 - - - X
58 MG YA 3216 - - - X
58 MG YA 3218 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
58 MG YA 3227 - - - X
58 MG YA 3237 - - - X
58 MG YA 3255 - - - X
58 MG YA 3258 - - - X
28 MG YA 3260 - - - X
58 MG YA 3261 - - - X
58 MG YD 301 - - - X
58 MG YP 201 - - - X
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2  Entry composition (i)

There are 59 unique types of molecules in this entry. The entry contains 291730 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 Q) P
1 QA 1500 32247 14353 5981 10414 1499 0 0 0

Total C N O P
1 XA 1500 32249 14354 5984 10412 1499 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 WB A B 0 0 0
2 AB 231 ?;221 12028 314\114 351)7 § 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s QC 205 ?283; 10011 31113 2%)0 ? 0 0 0
s XC 205 ?283; 10011 31?3 2%)0 ? 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 Qb 208 ?%3; 1(%6 31?\}9 2(9)1 ? 0 0 0
4 AD 208 ?%3; 1()C66 31?\}9 281 ? 0 0 0

e Molecule 5 is a protein called 30S ribosomal protein S5.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g QE 151 1155 729 218 204 4 0 0 0
Total C N O S
g XE 151 1155 729 218 204 4 0 0 0
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 QF 101 843 531 155 154 3 0 0 0
Total C N O S
6 XF 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 QG 159 1257 781 252 218 6 0 0 0
Total C N O S
7 XG 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 QH 138 1116 705 215 193 3 0 0 0
Total C N O S
8 XH 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
) Ql 127 1010 639 197 174 0 0 0
Total C N O
) Xl 127 1010 639 197 174 0 0 0
e Molecule 10 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 QJ % 801 504 157 139 1 0 0 0
Continued on next page...
gPDB
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

10 X 9 T800t1al 5%]4 12]7 1(;9 ? 0 0 0
e Molecule 11 is a protein called 30S ribosomal protein S11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 QK 19 1;50;;1 529 11(\318 1((?5 g 0 0 0
1 XK 119 1;50;; 1 529 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
I T R L .
IR T RN

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 QM 121 gogjl 5(;7 11;9 126 g 0 0 0
13 XM 121 gofitj 1 5(937 11;9 126 g 0 0 0

e Molecule 14 is a protein called 30S ribosomal protein S14 type Z.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

wloy | e | g 0 | 0 |0
e Molecule 15 is a protein called 30S ribosomal protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
151 QO i T w0 w7 16 2 0 0 0
bxo | s | e am | 0 | 0 |0

WO RLDWIDE
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e Molecule 16 is a protein called 30S ribosomal protein S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
16 QP 84 T;()t? 1 45136 1120 1(1)8 ? 0 0 0
16 AP 84 T;()t? 1 426 1120 1(1)8 ? 0 0 0

e Molecule 17 is a protein called 30S ribosomal protein S17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
wee | w0 |l G s s a0 | 0o
v x| |l G s s a0 | 0|0

e Molecule 18 is a protein called 30S ribosomal protein S18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 QR 70 1;’)0;2 1 3%7 111]2 9?’) 0 0 0
18 XR 70 1;30;2 1 3%7 111]2 9?’) 0 0

e Molecule 19 is a protein called 30S ribosomal protein S19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 QS 84 T6O7tj 1 4(330 1216 1(1)6 g 0 0 0
19 X3 84 1;307? 1 4(330 1216 1(1)6 3 0 0 0

e Molecule 20 is a protein called 30S ribosomal protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
I L R .
R L R .

e Molecule 21 is a protein called 30S ribosomal protein Thx.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
21 QU 25 217 134 52 31 0 0 0
Total C N O
21 XU 25 217 134 52 31 0 0 0
e Molecule 22 is a RNA chain called 23S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 RA 2882 62071 27627 11611 19952 2881 0 0 0
Total C N 0O P
22 YA 2883 62091 27636 11613 19960 2882 0 0 0
e Molecule 23 is a RNA chain called 5S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N 0 P
23 RB 120 2573 1146 476 832 119 0 0 0
Total C N 0 P
23 YB 120 2573 1146 476 832 119 0 0 0
e Molecule 24 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 RD 272 2115 1335 420 357 3 0 0 0
Total C N O S
24 YD 272 2115 1335 420 357 3 0 0 0
e Molecule 25 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25 RE 205 1568 991 300 271 6 0 0 0
Total C N O S
25 YE 205 1568 991 300 271 6 0 0 0
e Molecule 26 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 RF 202 1585 1011 297 275 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

26 Yr 202 Tg;a; 10011 21§7 2C7)5 g 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L5.

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

e Molecule 28 is a protein called 50S ribosomal protein L6.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 Ri 170 1128&;1 8(239 214\1]5 2(??2 ? 0 0 0
28 YH 170 ?gg%;l 8(239 214\1]5 2(3?2 ? 0 0 0

e Molecule 29 is a protein called 50S ribosomal protein L9.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
29 RI 146 1;(1);%1 7(236 2151 288 ? 0 0 0
29 ¥l 146 1;(1);%1 7(236 2151 288 ? 0 0 0

e Molecule 30 is a protein called 50S ribosomal protein L13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
30 RN 138 T(l)f)jxl 7?2 2156 122 ZSL 0 0 0
30 YN 138 T(l)gjll 7(132 2156 1(;2 ZSL 0 0 0

e Molecule 31 is a protein called 50S ribosomal protein L14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1| RO 122 | Gt s m 1m0 4 0 0 0
wpvo | | | 0| 0 | o
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e Molecule 32 is a protein called 50S ribosomal protein L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
32 RP 150 ?(1)51&51 7(1]2 2§2 1(38 g 0 0 0
32 Yp 150 ?(1)51&51 7?2 2§2 1(38 g 0 0 0

e Molecule 33 is a protein called 50S ribosomal protein L.16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
33 RQ 141 ?(1);&21 7(1]5 21112 1(528 g 0 0 0
33 YQ 141 ?(1);&21 7(1]5 21112 1(538 2 0 0 0

e Molecule 34 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
34 RR 18 1;)O(St ; 1 6%4 21§3 1(6?0 ? 0 0 0
34 YR 18 go(it ; 1 634 21§3 1(6?0 ? 0 0 0

e Molecule 35 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 RS th 1;%OSt ;l 5(;6 11;16 1(5?0 0 0 0
35 ¥S th 1;%OSt ;l 5(;6 11;16 1(5?0 0 0 0

e Molecule 36 is a protein called 50S ribosomal protein L19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 RT 137 1;(1)518{1 7(130 2§4 186 ? 0 0 0
36 YT 137 1;(1)518{1 7?0 2§4 186 ? 0 0 0

e Molecule 37 is a protein called 50S ribosomal protein L20.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
37 RU 17 964 610 202 151 1 0 0 0
Total C N O S
37 YU 17 964 610 202 151 1 0 0 0
e Molecule 38 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
38 RV 101 779 501 142 135 1 0 0 0
Total C N O S
38 YV 101 779 501 142 135 1 0 0 0
e Molecule 39 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 RW 13 900 566 177 155 2 0 0 0
Total C N O S
39 YW 13 900 566 177 155 2 0 0 0
e Molecule 40 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
40 RX 92 725 471 131 123 0 0 0
Total C N 0]
40 X 92 725 471 131 123 0 0 0
e Molecule 41 is a protein called 50S ribosomal protein L24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
& RY 102 785 505 150 125 5 0 0 0
Total C N O S
i Y 102 785 505 150 125 5 0 0 0
e Molecule 42 is a protein called 50S ribosomal protein L25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 Rz 183 1461 933 260 265 3 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

42 Yz 183 ngail 9§3 21(\310 2((?5 g 0 0 0
e Molecule 43 is a protein called 50S ribosomal protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
43 RO 82 1;30453 1 4%1 1§8 1(38 ? 0 0 0
43 Y0 82 1;30453 1 4%1 1§8 1(38 ? 0 0 0

e Molecule 44 is a protein called 50S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
NEEEE T HEEEEE
IEESE S T HEEEEE
e Molecule 45 is a protein called 50S ribosomal protein L29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 R2 69 1:508t fl 3?8 111]8 184 ? 0 0 0
15 Y2 69 1:508t fl 3?8 111]8 184 ? 0 0 0

e Molecule 46 is a protein called 50S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
46 | R3 59 Tg;l 238 é\g ?1 0 0 0
46 | Y3 59 T406t§1 238 é\é ?1 0 0 0

e Molecule 47 is a protein called 50S ribosomal protein L31.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
47 R4 & T508t 1al 3%4 112)18 1(34 g 0 0 0
47 Y4 & T508t 1al 3%4 11818 1%)4 g 0 0 0
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e Molecule 48 is a protein called 50S ribosomal protein L.32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
48 | R5 59 ngl 228 91\5 706 ? 0 0 0
8 | Y5 59 ngl 228 é\(f) % ? 0 0 0
e Molecule 49 is a protein called 50S ribosomal protein L33.

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
50 R7 49 1:10;(?1 2%3]3 1158 507 2 0 0 0
50 YT 49 1:10;(?1 2%3 1158 507 2 0 0 0

e Molecule 51 is a protein called 50S ribosomal protein L35.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
i R | e ST g | 0 | 0 |0
| vs | e ST g | 0 | 0 |0

e Molecule 52 is a protein called 50S ribosomal protein L36.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
52 | R9 37 gogjl 128 61\; 37 i 0 0 0
52 | Y9 37 goot;‘l 128 61\; f7 i 0 0 0

e Molecule 53 is a RNA chain called P-site tRNA fMET.
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Mol | Chain | Residues Atoms ZeroQOcc | AltConf | Trace
Total C N O P
b3 Qv m 1644 732 297 538 77 0 0 0
Total C N O P
53 XV m 1644 732 297 538 77 0 0 0
e Molecule 54 is a RNA chain called mRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
54 QX 8 173 77 33 55 8 0 0 0
Total C N O P
54 X 8 173 77 33 55 8 0 0 0

e Molecule 55 is a RNA chain called A site ASL of tRNA-Proline CGG (unmodified).

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
55 | QY 8 Tlo;jl 707 st ?6 1; 0 0 0
55 | XY 8 Tlo;jl 707 é\; ?6 1; 0 0 0
e Molecule 56 is a RNA chain called tRNA acceptor end mimic.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
56 | 76 3 T‘;Zal ﬁ) i\; 1% 1; 0 0 0
56 | 78 3 T‘;Zal ﬁ) i\;, 1% 1; 0 0 0

e Molecule 57 is PAROMOMYCIN (three-letter code: PAR) (formula: CosHy5N5014).
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PAR
Ho
Fi:o' j
Ho—-‘ \__O er\{
b o JE LN i
H.,:l"il' [ ""\\ oo
ol_ 20H
S o :
A o
HO e i
_W‘J \OH
OH
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
o7 QA 1 42 23 5 14 0 0
Total C N O
57 XA 1 49 93 5 14 0 0

e Molecule 58 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
58 | QA 76 S 0 0
58 | RP 9 Total - Mg 0 0
9 9
Total Mg
58 | YA 265 o5n 26 0 0
58 | QM 1 Toltal l\gg 0 0
58 | YD 9 Total - Mg 0 0
9 9
58 | QV 1 Toltal l\gg 0 0
Total Mg
58 | XA 82 o 8 0 0
58 RO 1 Toltal N{g 0 0
58 Y0 1 Toltal N{g 0 0
58 | YQ 1 Toltal N{g 0 0

Continued on next page...

w_0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

58 RS 9 Total - Mg 0 0
2 2

58 | YX 1 Tofal l\qg 0 0

58 | RD 1 Tofal l\ﬁg 0 0

58 | XB 1 Tofal l\ﬁg 0 0

58 | QF 1 Tofal Bﬁg 0 0

58 R5 1 Total - Mg 0 0
1 1
Total Mg

58 | RA 247 e o 0 0

58 | YP 9 Total - Mg 0 0
2 9

58 Y5 1 Toltal l\gg 0 0

58 | RE 9 Total - Mg 0 0
2 9

58 | YB 3 Total = Mg 0 0
3 3

58 | XV 2 Total - Mg 0 0
2 9

58 | RB 5 Total = Mg 0 0
2 9

58 | RF 1 Toltal N{g 0 0

58 | XM 1 Toltal N{g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
59 XD 1 Total Zn 0 0

1 1
59 | QD 1 Tofal Zln 0 0
59 | QN 1 Toltal Zln 0 0
59 | XN 1 Toltal Zln 0 0
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Stretches of 2 or more

14%

47%

wwPDB X-ray Structure Validation Summary Report

35%

5%

Chain QA: T

a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry and electron density.
Residues are color-coded according to the number of geometric quality criteria for which they

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

above a residue indicates a poor fit to the electron density (RSRZ > 2).
consecutive residues without any outlier are shown as a green connector. Residues present in the

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

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

3 Residue-property plots (i)

Page 23

89D
19D
99D

L899
98N

L

%90

o
10
<

8%D

9%
SvN

[44]
19D

6€D

Len
9€D
SE€D

EEY

629

oTy
ST
j£41)

129
0zn

81D

9TV
STD

T
0TY

8y

©
[

TSTV
STV

67TV
81D
LY1D

SY1D

LETD

SETD
YETY
€ETN
CETD

[4a%)
1210
0ZTV

LTTD

011D
60TV

L0TD
901D

€010

TO0TY

Lén
96D

160

680

V161D

8810

<81V

6.2V

9.LTH

eLTY
TLT)

8920

[$i441)

L%2H

S%TD

THed

LETD

vhey

THed
oven
6E€D
8EEY

SEED
YEED

CTEED

® 0€ed

LTev
9TeD
STev
H2eD

® TTed

0Z€d
61€D
81€D
L1€D
91€D

ETEV

S0€D

8EWD
LEPN

TERY

8T¥D
LTP0

440
£THD

1270

6190

66€D

ST8D
7190

TT8D
0TSV

8050

T8%D

8L%Y
LLYD
9L%D
SL%D
vL¥D

L9%D

Y9%D

LS%D

9970

TSHY

6%%0
8YHY
LY¥D
i)
SYPD

6ETY

9690

LD

8ELD

9ELD

T€LD

2oLy

004D

869D

969V

w69V
£69D

6890

9890

w89V
£89D

L

.90
9L9V

%.9D
€L9)

T6.9
06.LV

L

98.LH

8Ly
T8.LY

6LLD

LLLY

cTLL0
TLLD

69.LD
89LV
LOLY

%9.0

L

094D

881D
LS.0

GG.LD

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

4P70

wwPDB X-ray Structure Validation Summary Report

Page 24

S98Y
o8y

098Y

1

9680
4968H
498D
£468D

068N
6780

£¥8n

Tven

9€8D

£€8N

T€8N

1960
0960

LS60

gg6n
%969
£3969D

676V
® 8%6D
® L¥6D

8T6D

ST6D
¥26D
€26V
2T6d
1zen
0zen
616V
816V
L16D

2160
1160
0160
606V

9069
060
%060

206D

006V
6680

S68D
768D
€680
268V

(44 %]

9T0TY
STOTY
PI0TY
€T0TD
21010

900TD

€00TD
200TD

SL6V

€L69

® 1.6D

196D

S96YV

® €96D
L]

7607D

€80T0
280TH

080TV
6L0TD
8L0T0
LLOTD

€L0T0
TLOTD

0L0T0

89079

18010

67070

9Y0TV

%010
{47405

07070

LEOTD

L

V2eOTD

T1€0TD

620TD

29110

€GTTD

€ETTD

TETTH

8CTTD

STTIN

€TTTY
(4933

011D
6TTTD
8TTTD

(4335

OTTTY
60TTD
80TTH

90TTD

3
¥

9TTTO
STTTY
v2TId
€2TTO
2TTIH
114445
(44 1]
61210
811D

80TTD

€010
@® <20T1H

66710

L6TTD

96710

L

€6T1D
26110

06TTD

i

98T1D

0811V
6LT1V

LLTTD
9LTTY
SLT1D

€LTTD
TLITD
TLTTD
0LTTY
6911V
LOTTY

F

SLTTY

EEETY

8TETD

€LTTD
TLTTD
TL21D

69CTV
89TV
L9210
9921H

¥9210

09210
6STTD
8STTD
@ .LSTIn

SGTTH
®

ei444
444 1]
£%210

® ©ETID
® €€TId

L

8SETN
LSETY
9GETH
SGETH

®
® €SETD
CSETD

EYETD
TYETD

6EETY

8TETY

LTIETD
9TETH

® PVIETD

CIETD

0TETH
°

® LOEIN
® 90ETV

(]

L]
i
L]

E0ETD ®

[ ]
[ ]
®

YEVIV

CTEVTD

62710
8THIV

9THTO
SThIN
2440
445
[444%)]

61%1D

4544
CIPI0
TI710
(374%)]

SO%TH
Y0%10

S6ETD

B

LLETY
9LE1N
SLETY
YLETY
€LETH

TLETD
0LETH

LISTD
9TSTH

PISTID
E€IGTY
C1S810

01810
60STD

90870

fuuil

S6%10
¥6%1D
€671V

06%10

88%1D

8L%10

9L%1H
SL%1D

®
0€49TH
628TH

e Molecule 1

L2810
¥TSTD
€TSTH
TTSIN
0ZSTH
6TGTY
8TGTY

16S rRNA

15%

48%

33%

5%
L

Chain XA

o
©
IIIIII > II

9%
i1
7D

v
D

6€D
8€D
Len
9€D

8¢H
LgH

ST
ven
€20
(44
12D

8TTH
L21)
9TTH

€210
(445

901D

cotTd
10TV
660
Len
969

€60

18D

6.9

O

1=} 4
D——_M
_BG
W—"wm
S N
LPN
==
=
o
ot
=

B



4P70

wwPDB X-ray Structure Validation Summary Report

Page 25

661D

LBTV

S6TV

2610
T61D

dT61D

0161D

V161D

8810

i

9810

0810
6.1V

® LLTD

vL10
€L10
TLIY
TLIY

3

L91H

S910

097V

841D
LSTD

¥a10

[} 671V
8%1H

SYID

EVIV

8ETH

® SE€ID

|
gLV
TLTO

0Lev
6920
8920

S9¢H
¥9zn
e£9cy
® <Tocy
1920
® 09zd
642D
86zH
LSTH
946gn

L%TH

157249
0%2d

LETD
9€TH
SETO

TETH

6220

9TeTH

i

1144Y]
02zH

8120
L12TD

e 0120

002D

vrev

oven
6EED

LEED

E€EED

TEED

® LTEV

81€D

1620

682D

98TH
S8TH
78TH
€820
28ty
7829

60%D
80%Y
LO%D

S0vn

€0%0

L9EN

S9€N

09€Y
6GEN
8GEN
LGED
9GEY
feietoh]

TS€D
0Sed
6YEY

06%D
68%0
88%0

9G6%D

%990

4 )

1S9V
08%H

8YvV

S¥%D
h4a

(V4744

8EWD
LEPN

vevN

(454
TEPY

9T%H

¥Tvd
£€TYD
{4470

0Zvn

9550
® 5990
%590

{4k

088D

8%9D

9%9D

a2

154°0)
079D

8€49D
LESD

vean
€eav
ceSY
€8N
0€9D

8290
LT8ed

544c 4
[44:h)

618D

L19D

S19D
7150

L19D

LO9Y
909D

209V
T09D

6690
8630

9690

789D
083N

LLSD

+

€L9Y
TLSY
TLG80

998N

€95V

869D

6TLD

9TLY
STLY
YILD
€TLD
CTILY

L0LD

YOLY

TOLY
TOLD

v69Y
£69D

769D

889D

9890

€99V
299D

899D

TS9D

8%9V
L%90

799D
€%90

0vov
6€9D
8€9D

7o8n
£08D

9610

B6LY

T6.LD
06.LY
68.0

T8LY
08.LY
6LLD
8LLD

9LLD

89.LV
L9LY

+

€919

T9.LD

8G.LD
L8.L0

SG.LD

084D

8%.L0

TvLd
TH.LD

698D
8980

998V

658V

1

628D

9280
ST8d

[44:1]

0z8n

918V
@ 918V

T180

608D
808D
L08Y

® 916V

6680
9680
968D
%680
68V
068D

v8sn
€880

P01V

T101D
0107H

90070
S00TV

€00TH

T00TD
0007V

866D

966V

w66V

886D
1869
986V

£86V
860

6L60
8L6V

i
L

€169

0460
696V

1,960

L

S96V

960
1960

6396V
® 896V
Lsen

080TV

LLOTD

SLOTD
%.01D

TLOTD
0L070
69010

L90TV
990710
S90T0

€9070
29070

09070

8S0TH
LS0TH

080T1H
67010

S%010
wPO1Y
£€%070
[449%)

07070
6€0TD
8€0TD

€E€0TH

T€0TD
0€0TD

82070

STOTN

€207H

L7110

i442%)
EYTTD
(47437

07110
6ETTH
8ETTH

9ETTN

€ETTH
CETTD

62110

€TTTY
2TTIn
12110
0ZT1H

8TTTD
LTTTD

F

€ITT0
CIT1D

60770

90TTH
SOTTV
%0T1D
€0TTD

1011V

6601H

L6010
96070

£60TY

06070
6807H

L80TH
98070

81CTO

91TTH
STTTD
%1210
€1TTV

€02T0
® <¢T0T1d
1021V

66110

L6TTD
967110

€6TTD
CT6TTD
T6TTV

88TTV
L8TT1D

€8TTV
[4:39%)
18119
08TTV
6LITY
8LTTH
LLTTD

SLTTD

CTLITD
TLTTD
OLTTY
69TTV

€9TTD

SSTTD
PST1D
€STTD

1STIV
0STI0
67110
8Y11IN

O

R LDWIDE
PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 26

T6TIN
16219
06CTH

%8C1D

8.T1N

SLTTV

F

TL21D
04210
69TV

3
i

€92T0

F

® .LSTin

L

€821H
[4:t44
18921V
0821V

SYTIV

£€%CT0

F

6ETTY

9ETTY

YETTID
€E€TTH
ceTIN

62CTV

LTTTV

£€2TTD

12219

89ETN
LSETY
9SETH
SSETH
st
€SETH
CSETD

6VETY

EYETH
CTYETD

8EETH

YEETD
EEETY
CTEETY

6ZETY

LTETD
9TETD
STETD

9TETH
STETN
$1€10
€I€TN
CIETD

80€TN

Y0€TD

00€TH

96210

%6210
€62TH

0E7TD

8THIV
L2710

THID

0Z%10
6T%1D

STPTD
i252%

TI%10
0T%1D

90%10

€0%T0

09€TY

S0STH

T0STD

6671V

v6%1D
€671V
4324
16919
06710
68%1H

98%1H

¥8%1D
€871V
871D

08%1H

8L%1D

0L%TD
69%1H
89%TV

£9%10
1421
19919
09%TV

® 0S¥%10

(]
(]
® 9g¥In
® GeEPId

YEVIV

0€STH
62STH
8T4TN
LTSTO

S2eTH

€24T1H

[
<}
—
=
O
<}
—_
=
[ ]

T1STD
078170
60STD

LOGTY

30S ribosomal protein S2

4%

7%

7%

36%

49%

Chain QB

081

8.0
LLY
9.0

258

TLA
0L4
691

L9L

o

+

G54

€94

TS1

LYL

791

O%H

8€D

E€EX

ogyY

LT
9Zd
erdl

(4o
14

9TH

1
!

T11

3
+

6914
89TL
L91d
991d

C9TI

8811

114%)

0ZTV

6114

STT1

T17d

60TS

LOTL

YOIN

TOTH

L6M

weN

88Y

S8y

<
@
=

SETS
veTd
€E€TS

TecH

6CCTA
8cTH
Lged

veeh
€221

T2C1

6TCA

7121

(4141}
1721
01es
60TY
8021
L0TY
902a

20td
T0CI

661X
861a

9611

v61d
€61a

88TV
L8171

49871
¥8TA

8L7H

SLTH

eLTY
TL1I

30S ribosomal protein S2

e Molecule 2

7%

9%

36%

46%

© ©
= -
=5} o

L

Chain XB

8GI

SG4
9L

8YI
LPL

44
£7a
(4729

0%H
6€1

LEN

S€d

{439

62y

3

[4a
12d

4%
€TV
(4%

© O
X om

SI

8911

Ll

TSTD

8¥IX

£v13
TH1T

0%TH

SeTh

® €EEY

6212

Ll

2TTd
1211
0T1Y

3

81711
L1173
9113
Q111
431

114

8071

007D

L6M
964

€6A

184
984

v8d

08I
6.0

LLY

€LL

0ETA

oTTH

€2CI

6TCA

L12H
91¢S

414}

(4141}
1121

8021
L0TV
90¢a
S02a

€0TH
20td
T0ZI

661X

S61a

T61S

6810

G811
78TA

2811

6.LTY

9L1d

YLIA

oL13
69T
89TL

991a
S9TA

2911

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 27

in S3

30S ribosomal protei

e Molecule 3

14%

I )
0 ©
© ©
<>

28%

54%

Chain QC

0LA

89A

694
8Gd

96a

At

Ta1
TS0
oSV

L%

S

€91
TPl

ovY
6€1

Leb
9€a
fefoicy

<0
IS
£

€TL

4t
0zs
614

3

STL
PII
€19

-
-
"

69TV
89TV

9913
SOTL

29Th
1912

LSTI

%918
E€GTA

TSTA
0GTY

8¥%1d

3

PeETI

Ll

LTTH

scTd

90cH

@ 067¥

TL1Y

in S3

30S ribosomal protei

e Molecule 3

14%

28%

54%

%
B

Chain XC

oM
O = X

83
78D

8LD

9LA
SLA

TLA

0LA

649y

79y

8vL

el
va

{4741

[0S

8€Y

<+
™
=

{491

oTH

TTH

STL
PTI
€190

-
-
~

69

Ld

T6TL

68TV
8811

¥8TL

[4:139

9LTH

YL1d

cL1Y

LOTH

LSTI
99TY

€9TA
2STI
TSTA
081X
67TV
8¥1D

0vTYH

8ETA

PETI

TeTY
0ETA

oTTH

(44 %S

61714

TITT

80TN

T0TX

86TA

e Molecule 4

9611

S4

30S ribosomal protein

5%

6%

41%

52%

Chain QD

9.4
S.d

€LY

994

91

™
©
X

9%

841
L84

€480

T&d
® 0S¥

L

%D

t44]
D

8EX
LEd

3

= o
M ®
(S

~ =)
N I3
- [

re}
N
~

0O
= -
M Aa

<+ 10
-
MR

€14
210
11
(1%:
60
8A
Ld

8GTI

TSTS

0873
671V

e S¥iF

1

9€1d

¥E1a
EETA

TETY

6ZTN

LTTL

€CTH

1CTA
0211

411

CTTIA
Ty
0714

8071
L0Td
90TX
SOTA

€0TN

00TY

863

761

88A

98Y

8LT

.

€0CTA
86TA
96TV

v611
£61a

T614
061a

3

9811

€810

8LIA

3

30S ribosomal prote

22 %)
ELTH
TL1d

e Molecule 4

@ 697%
8974
L91D
99T
SOTW

69174

54

11

5% «

27%

1O 0 W ©
It} [t} © © ©Q
< | > ] =

66%

Chain XD:

+

T6A

w8y

©0 0
NS~
5 =

<
~
=4

€4a
{4

8EL

98y

EEN
(4414

4

[4a8

611

™
bel
[

111
0Ty

Ld

SI

(4]

80TS

86TA

9611

€61a

061a

L87H
98711

€819

T8TH
SL1S
L9TD
99T
SOTH
TOIN

LST1T

G611

€GTY

0813

SETT
e 7©Eld

CTETH

+

E€CTH

0774

SOTA

007H

R LDWIDE

O

PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 28
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e Molecule 5: 30S ribosomal protein S5
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e Molecule 5: 30S ribosomal protein S5

0TT1

L0oTH
90Td

COoTV
T0TI
00TA

16D
96d

[
I
@
=

8LH

7%

9.1

5%

L0
ELN

TLT

69A
894

29%

99K

33%
-

€94

GSA

€91
¢8d
TGA
083

L¥A

Svd

t44)

4

LY
9ead

veA

56%
[
[l
Ed

CTEA

+HH

w1y
€11
Tl
T1I

63

L3

Chain XE: -

—
5%

66%

Rml

e Molecule 6: 30S ribosomal protein S6

Chain QF:

66V
86T
164
(4

8.3

Ll

CTLA

0.a

LOW

—
©
|

e Molecule 6: 30S ribosomal protein S6

34%

63%

Chain XF:

}-

v.a

693
89d
LOW

E€9&

191
094
66X

480

0S&

8%

ovY

8€H

SEY

€EX

0€T

8TH

STI

- ™
o I3l
| 5

61T

0
=
a

o
-
=1

e Molecule 7: 30S ribosomal protein S7

e
@
A

14%

32%

64%

Chain QG:

® 6.4

ELIN

Tid
0LY

661

L83
98h

€483

08I
671
8vY

Sva
j428

(4729
e ¥

0€I
6231

[ )
©
Iy
[

oL

™
I
=

1148

o
I
a

[
10 @
= —
a >

O

R LDWIDE
PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 29

€9TH
LETH
9ETH
SETA

0211
61TYH

9TTV

o
P
[}

o
)
=]

o
©
[

e Molecule 7: 30S ribosomal protein S7

=)
0
=

26%
o o

i+

e o0 s
© © ~
= B3 (2]

71%

6%
Chain XG: T

[} wn
I‘I‘

TT1Y

<
] —mmo
=] @ -
= = =

~
©
=

[
~
~

® O9STM

£vTH
[4a%s

0%1d

8ETH
LETH
9ETH

8TTA

©
-
-
<

STTH

37%

59%

e Molecule 8: 30S ribosomal protein S8

T6Y

88Y1

981
S84

€81

08I
6LA

LLE

S.4
vld

S9k
TOA
09y
69T

993

vaa

TSA

¥vd

+
+

e Molecule 8: 30S ribosomal protein S8

8€1

9€T

(48

62S

L2d

oL

€11

LETA

€ETT

STTH

€cTa
(49}
121a
8TTA

€118
(439}

60T

L0T1
901D
S0TYH
70Td

ToTY
10Td

S6A
76X

6%

30%

64%

Chain XH: u

E6A

0S8y
6va

S¥I
vva

Y

6€T

ol

6TA

LT1L

4%
€11

o
- o © -
= B A H o -

8ETH

+

E€ETT

1

e Molecule 9: 30S ribosomal protein S9

6ZTA

STTH

€214

1210
0ZTL

(4391

LOT1T

¥0TY

761

5% oo

42%

52%
o0 o0 oo

27%

Chain QI:

S.a

9%

38%

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W

52%

12%

e Molecule 9: 30S ribosomal protein S9

Chain XI:



4P70

wwPDB X-ray Structure Validation Summary Report

Page 30

8%
|20
981
|
€8y
|
6.1
8.3
|
s.a
%L1
|
1.8
0.3
%91
[ eor
Tk
) A
09a
°
o szry
9%y ® LT
el e ozis
oA
£HY °
(42
%A 4431
071 o 1T
el e ocm
geb 6TTY
1 8TTH
zea °
1 STTD
62N
|
14
52
| °
814
o LiA 80TA
91y 1074
ety ol 90tV
HTA ® $07a
| oty
113 £0TL
e 8
|
ok
24 £6Y
€D | eek

e Molecule 10: 30S ribosomal protein S10

6%

9%

43%

43%

15%

Chain QJ:

TLT

69N
89H

€94

198

6GS
840

~
I
B4

® €Sd

TSy

0 O o
< & 10
[l

0000
o=
& &
A A B

]

—

w2

=)

or—

)

=

=}

=

o))

—

=

[ | Q
961 Mw
eeEn =
.r—
=
o)
]
o
S
—
)
=
=
)
D
=
S
[ ]

<
P
S

o
)
B

e

™
@
[55]

8L

6%
II‘” IIII‘H II“'l II i
© ~ ~ ~
£ | a H

9%

41%

45%

xR
N
—

Chain XJ:

00TL
6631

o 86l |
1,63
961
T6d
98
780
8L
08

6.4

LLd
9LN

e Molecule 11: 30S ribosomal protein S11

5%

8%

5%

29%

58%

Chain QK:

€60

64

L8L

v8A

6.5

TLY
T

YoV

4

8Gd
LSL

S9)

8¥%I

THH
TvL

6€d
8EN

vea
€EL

LTN
9TN
STA

CCH
121

)
-
<

L19D
918

LTTH
oTTH
SgTd

121d
0zTY

011d
60TA

90TH
SOTA

660
86T

e Molecule 11: 30S ribosomal protein S11

964

5%

Chain XK: -

8%

30%

60%

II'D Il..
s
©

88D

989

v8A

T8A
18a

T

€91

65

LSL

eieh |

8¥%I

[474:}
TPl

6€d
8EN

9€a
Q€d

€EL

TeL
0EA

8TL

ogN

119}

61V
814

€TTA

e 0T1H
6110

9TTH

e Molecule 12: 30S ribosomal protein S12

i297%

60TA
80TI

€071

660

G61

O

R LDWIDE
PROTEIN DATA BANK

W



4P70

5%

8%

37%

wwPDB X-ray Structure Validation Summary Report
48%

11%

Page 31
Chain QL:

LLT TLd e 8. 181
1 0.1 LLN [ |
gL8 | 69 LLN
s . sov © e . © e
® Ti Ll .
0LI . o - 693 ® 8ay
69X ° X S 899 = 154
o 8oV B e 9 % = -
e .91 997
9%
9% H9M €91

Sy
©
=

(]
10
©
=

8GA €9L 2TON

[ X ]
o
)
o

z9s zon o
L oten | 8%y
091 69K 191
694 CEL 9v8
8 = R | ousH R & LA
L83 ™M < 991 4 M 1
[ eav e | €90
EE ° zoH ® i (228
e ° T8 o 1T o T
£y ol e ozm
[Tesn ] zeTL 671 o 6110 N °
18Y 1 8% 8TTV o °
088 I LTTA 2, °
69N 811Ss L otml o zeii = °
8vd 1174 avA qTTH RS °
oI 9118 o~ o v PITH o <t °
— — EVL | — — s
avd + D) o €8y BTN wn ey o TITM D) wn o zes
oL zed Tod P o ey
[ em 6019 = | 1ed | B= 0wl o = B= oev
THlL | 8oty o 0V e 1 ® 80T o L e 62Y
e e e =
LOTY o 6TD o Eev o o
| = ° LOTY b | ol = b °
70TA o o 1 @F sz1 S0TL o @F °
ey €019 — 9zy zo14 — %5 e wor — — %20
I E S memm momn S 8 i e som T 5 < EBE e e
e 629 ° m b HTA 0071 m < (441 ° m < m N ' 01
® 8ai o ° 1 Q 1 o o @]
01 66H % 164 % 61T ° % % e 674
86 e ° oI 3 [etv | e ) ° a) S
¥TA L6Y — [ 0zx o= x LIA o= o= [
- = ® 6T7d ¥6d = M - [ = [ =
0z ° N o 8 eeny W BTy ° wn wn °
° < R LT 26a ) [ e | ) )
€671 ™~ ° o ey M ZIN 64 ™ ° o °
° z6a ° 06 .. 1Ty o z6H .. 0® ..
6% N e 68 e o1d e 6 o - °
a1y 064 — 2Ty ] — . 61 061 — . —
m; 1 < = 7 988 o = o 8% 689 < = i) > °
= 011 ag1 = e A e 88y = = e I
07T 98u o o oI ] o G e ® o > o < oI
| [Teer. Q o e 78S <2 o oI ° ] - 164 <@ o °
L1 81 o g e u [esEll  © R ° o R ) — 2
€84 M < 6.3 M < €4 M < M < €4
1 = sLb = ° = < o
6.3 ° o L1 ° O ° ° o 81 ° @

10%

38%

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

51%

15%

e Molecule 14: 30S ribosomal protein S14 type Z

Chain XN:



4P70

wwPDB X-ray Structure Validation Summary Report

Page 32

™ ¢ 10 © 00 - OV ) O
SO <+ 0 10 0 0
(SR - | < B o4 &

e Molecule 15: 30S ribosomal protein S15

-
o 0
I< 4}

fefod

o &
@ o
Rl

0EY

914

® 0
- —
| 2] £

(4%

—
7% o

27%

65%

Chain QO:

STL

1za

L1
9TV

[\l © o™
[ (5] &

e Molecule 15: 30S ribosomal protein S15

8%

27%

64%

+

%
B

Chain XO:

989
S81

08Y

8LK
LLY

04T

19T

AL

09A

961

TSH

CYH

9€I
SGeY

€EL
CET

3

(AN
ves
€2H

e Molecule 16: 30S ribosomal protein S16

Tea

814

- -
™ © ©
= 5] B3

5%

7%

24%

65%

Rml

Chain QP:

e Molecule 16: 30S ribosomal protein S16

20%

5% 5%

39%

52%

Chain XP:

[4:1}

YL

69L

99d
091
98Y
8YM
PALY

9%d
SPL

£vY

Tvd

6EL

SEN

€€I

€M

62a

(X}
©
I3
-

e szH

(]
)
N
a

® ITL

e Molecule 17: 30S ribosomal protein S17

13%

o o 5%

32%

59%

Chain QQ:

6.8

LEN

©
™
ikt

I <+
@ ™
> 55

0ed
6CH

e Molecule 17: 30S ribosomal protein S17

6TA
8TL

9th

[N X )
o

© -

=] =

[ ]
<+
)

=
«©
I‘I

13%

5% 5%

21%

70%

Chain XQ:

O

R LDWIDE
PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 33

00T

e SsA

6.8

TLy
TLd
0,4

L9
998

v9d
€94

8%

96a

[4c)'s

€71

8EY

1€1

et

[ ) LTH

1

TTA

b

91

238
ex

e Molecule 18: 30S ribosomal protein S18

20%

22%

52%

Xl

Chain QR:

98A

€83
8L

8LT

9.1

69L

vou

09y

6GS
841

9GL

€94

6731

ovE

{44

LEA
9EN

il

€y

(4

e Molecule 18: 30S ribosomal protein S18

20%

33%

43%

3%

Chain XR: ™

LY
ELY

0LI
69L

991

STl

(4

8831

98A
S81
784

[4:3%

6.1

9LT

e Molecule 19: 30S ribosomal protein S19

34%

10%

15%

32%

42%

Chain QS:

e T.LT

® LA
® 99
S9N

291

LSH

i’y

® 0SvV

LYH

0
<
=

€y

o A
e OvI
® 6elL

® 9gY
® Ses

® Tgyd
TEI

345

911
® ST1

6A

28

€4

e Molecule 19: 30S ribosomal protein S19

10%

11%

45%

31%

9%

Chain XS:

793

(429

LSGH

%80

®
[4°2 8

0S8y
671

LYH
9%d
SPA

0%I

9EY

¥TH

61

L
9

s
€4

e Molecule 20: 30S ribosomal protein S20

€8H
289

99

8%

Chain QT: "

7%

5%

33%

56%

O

R LDWIDE
PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 34

L84
984

® 9TN

T

61S

30S ribosomal protein S20

e Molecule 20

32%

9%

39%

45%

Chain XT

- ) ~ o o
A B <+ &
= = (L]

o
—
<

[
0
=]

193

@
@
i

SEL

™
™
H

1€8

o
™
o

~
o
&

< ©
N o
| =

H

30S ribosomal protein Thx

10
—
5

118

S0TS
7011

201D
TOTD
0071

969
q6Y
veY

76T

684
88A
e .18¥

6.4

LLY

SLN

™
~
]

e
~
=

e Molecule 21

74%

7%

44%

44%

Chain QU

30S ribosomal protein Thx

e Molecule 21

56%

7%

30%

59%

Chain XU:

TN

23S rRNA

(42

8L

o [ ]
m & 0 ©
MdoAE

e Molecule 22

18%

0 o <+ © N~ o
4 & ) 10 1 1O
o <D 3] < O v

43%

35%

5%
[

Chain RA

89D
90

S90

+

79D

630

6ETD

VLETD

SETD

8TT0

1219

8TIV
LTTD
9110

7110

gTIn
TITVY

601D
8010
L0OTD

3
-

201d

86D

969
S69
60

180
980

i
€80
289
189
089
6.9
8LV

049D
690

£eTY
TETH

0€TN

9TTH

j£44)

(444
13944

81Ty
L12H
91TV
STTH

*

Ty
012D

802D

66TV

S6TV
681D
181D
981D
S81Nn
810

13:234

811D

9L1H
€L1D

TL1D
TLTD

SS1D

671V

VeLTD
€LTH

X0.LZD
X0.ZD

A0.LTD
N0.2D

S0LTH
¥0.LZD

noLen
10420

£oLzd
1042H

D0LTd
40420
a0.LTD

(k4
6920

1,920

€920
(444

6GTH

LGV

jal4]

T9eyY
08c2H

8¥%cH
L%2H

SvTh
i4441
£v2n

15744
0%2ZH
6€2N

662V

L1620
9620
962D
414

68TV
8820
1820

8cn

F

LLTD

d€LTD

O

R LDWIDE
PROTEIN DATA BANK

W



4P70

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

Page 35

L0%D
90%D

k

6.L%Y
8LYY

S9%D

€9%D

0EWD

6CHY

LT¥0

£THY
ZTHY

TSS9

8%SY

%90

9ESY
S€8D
vesn

TE€SD

629V
8TSY

0T8d
61480

L1980

STSY

T180

LOSY

S0SY

€08V

0089

3

86%D

76%D
£6%D
267V

L8%0

£29D

0Z9H

819D

919V
ST9D
190

219)
119D
0190

609V
809V

9090
S090
709D

209D

L

L6Sn

F

69D
169D
069V
6890

9839V

L

89D
189D
0890
6.9D
8LSY

9,80

049D

[ ]
998N
999D
7990

L

0990
699D
899D

990

S990
7990

099D
6590
84990

969)
feiefe) )

%990

vaov

TS990

S%90
Th9D
6€90
8€9D

S€90

£E9Y
TEOV

0€9D

290

9ELD
SELY

i

T€LD

8TLD

STLD
oL
€TLD

0TLd
6T.LD
8TLY

*

S69D
769N

2690
169D
069D

£8LV
8LV
T8LY

TLLD

69.LD
89.H

99.0
S9.LH

(4221}
094D
684D
884D

SG.L0

TSLY
08.LY

3

OvLY

3

ThLd
T9.LD

6ELD
8ELD

998V
S980
798D

T989H
198Y

868N

§489
798D
€489
c48d

678V

£%8D

TH8Y
0%80
6€80
8€8D

SE8Y
7E8D

1€8D

628V

T80
978N

w8y
€289
czen

(441

616D

916D
ST60
7160
016V
L060
9069

€060

668V
8680
1680
968Y

€680
268D
068Y

€889
288D

088D
618D

€.8D
TL8Y
T80

TOOTV
0007V

L66D

7660
£66D

T660
066V
686D

1869
9860
9860
786V
£86Y

k

6.6D

1169

.69
£L6Y

TL6D
0160
6960

L960D

S960

494660
96D
€46V
T86D

9%6D

796D
£¥60

154

® 99010

[ ]
£€907H

8G0TH
LSOTY

€80710

8701V

9%0TV

%010
€%010
(47405
%010
0%01D
6€0TH

LEOTD
9€0TH
SEOTN

® €€01n

® 0€0Td

8CO0TY

L101D
9101H

¥1010

0TO0TY

L00TD
900TD

8TTTV

9TTTV

€2TTD

11435
0Z11H

® 91110

Y1110

7801V

(45

90710
SL0TD

TLOTD

6907V

® L90TV

£0TTH

10210

96TTD
S6TTD

C6TTH

T8TIV

® 9.T1D

TLT1D

69T1H
89T1H
L9110

14135

L

8STTD

SSTTV
%9710
€8TTD

18119
08110
6%11D
8YITV

EVTTY

15252
07110

8ETTH
LETTD
9ETTH

T1€T1D

6.LCTD
8LTTV

€LT10
TLTTY

04210
69TV
89CTV
L9z10

6SCTH
88TTD

98TTH

YSTIY

=

lz44
SYTTH

9TV
[liz4 9

9TTTH
STTTO
j£44%)

(444
12210

l

S12TH
2193
EITTV

Teern

6YETY

YPETD

THETY
e

<,

1=} 4
D——_M
_
W—"wm
S N
LPN
==
=
o
ot
=

60€TD

90€TD

€0ETH
COETY

86CTD
L6TTO

€610
261N

06210
68210

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 36

9TYID
STYID
7445
£€THID
ZTHID

(445
6THTY
8T¥1D
LI%1D

L

(45434

0T%1D
60%10

L
F

LO%TD

S0%TN
v0%10
€0%10
20%1D
T0%1D

86€TD

€0STN

TOSTO

L6YTN

S6VTY

687N

78%1D
£8%TD

08%TD

F
I

99%1D
Q991D
$9%10

(4% %]
TO%1D

L
L

GSYTD
i2ias

TS%10

=

t44 4%
134475
(044 %]

€EVIN
CTEVTD

ELSTD

TLSTY

COGTY
T9STD

LYST0

VSPSTY

€E48T1D
CTESTO

0ESTH

[44°) %)

0Z810
618TD

S1610
vI1910
€1S8T0

F

60870
80GTV
LOSTY

07910
6€970
8€9TD
LEITY
9€9TD

F

YeITY

H

0€91H

0Z91H

8T9TV
LTI9TD
9191V

YI9TY
€191H

11910

6091V

L0910
90919

%0910

T091Nn

+
H

S6STH
¥6S1D

T6STD
16919
065910
68910
88910

984TV
S89T10
€841V
T8ST)
18519

LLSTD
9810

9TLID
STLTD

LTLTD
9TLIN

CTOLTH

£6910

0691V

6991V
89971V

€9970

F

L8910

G891V
Ye91V

{4214

L8LTY
98LTY

08LTY

8L.L1I0
LLLTO
9LLTD

99,10

Y9L1D
€9LTD

L

LSLT0
9GLTD
SGLTY
YSL10
€GL1D

TSL1D

9YL1D

TvL10
SELTD

TELTD

LTLI0

—p

0981D
64681V

LG81D
9G81D

va81v
€881V

0S871D

9%81D

€%810

0%81D
6€81D

LEBTD

€€81N

68TV

-

LT8TD
9Z8TH
ST8TY

2281H

0Z810

81810

v181D

3

0T8TV

90810

70810
£08TY

656TD
8G6TD

F

661D

2G6TY

0G6TD

8%61D

9%61N

P61

0%671n
6E6TN
8E6TY
LEGTY
9E6TY
SE6TD
YE6TD

ZEGTY

8CT6TY

L

Y26TO

Y1670
€I6TY

906TD
S06TD

€06TD

+

968TD
681D

068TY
6881V

88TV
€88TD

0€0TY

€202H

ccozn
12020

6102V

91020
ST0TY
v1oTY
£10TY

%002D

2002d

T86TV

6.L6TD
8L6TY
LLETY

YL6TO

0L6TY

896TD

€96TN

S07TH

€072D

TOTZH

66020

£8029

18020

6.020
8.0TD
LL0TY
9.020
S.020n
vLozn

i

0.02D

89020

9902D

il

0802D
6%02D

L%020
9%02H

¥%020

cvoTy
T¥0Cn

8E0TH
LEOTD
9€0TD

L9tTn
9912H
S912H

2912TH
19120
0972D
6G12H
8GTCY
LGTTH

@ TTied
@ 0T1Td
[
e 81izn
® Liicy
o
[
® ¥IITy
e €1iTn
[ ]
®
@ O0T12d
@ 60720
°

LyTTV

Sveen

15444

444
i{444]

912TH

€1220

602T)
80zeN
L02Td

(1 44)
661CY

L612n
96120

o

0TETY
60€TY
80€TH

€0€TH
CO0ETH

00€TH
662TH
86CTV
hmmNu
£62TO
T6TTH
16220

98TTY
S$82T)

28TTH

08zTH
6.cTH
:Pk44
LLTTH
9.TTH

vLTTY

L

69TV
892TY
pXr44)
99zTy

£92Td

68zTH
88zTd

PAst441)

hstda]

152¢H
082TH

8%2To

£0%TD

00%ZH
66€TH
86€TN
L6ETH

SEETY

TEETH
0€EeTH
62ETH
8TETY
LTETY

STETH

0L%TH

89%CH

99%20
S9%2O
¥9%2D

coven
192D

63%CY
88%CH

98%2d
S4%CH

£9%CV

L

67720

(47444

8eveN

Sevey

(4374
T1E€9TN

L1%20
91%20

|

115441

L

¥0%2d

R LDWIDE

O

PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 37

Lgsen

€E€9TY
TESTH
TESTY

6282D

L28Td
928TH
erdeta]

LTS8TO
918TH

i

182D

00520
66%CD

96%2D
S6%CH

£6%2n

16720

164820

685CY

88TV

0892n
6,920
8.92H
LL8TY
982D

TLSTD
0.48TH
695TD

LG8TH

4aggzn
v9scn

gssen

2992y

L19TD

€1920

e

@ 06.lcy

88.2D

vTLed
€8LTd
TTLT)

oclzn
61.2D

81.2D

9t1.lzNn

0T.LZD

L0LTH
90429
S0.LTy

2
3

618CD

L18TH
91820
S182D
%1820
£18CY

082D

%0820

L8.2D

498.20
¥8.20

vL.LTD

68TV

68820
88820

18820

v88zn
€882V
88Ty
18820
08820

9.8TH

T.8TH

04820

298¢H

64G82D

LG8TH
4946820
%482H
£46820

TS8CV

0L.L2D

99,29
q9.2v

09420
6G.TD

LSLTY

682D
828TH

£28TY
228TH

: 23S rRNA

e Molecule 22

18%

44%

34%

+

Chain YA

LLD
9.0

690

90

F

990

£9n

88D

LSD

ei=h]

9%

o)
N
IIII s

9TH

44

ST

€1v

2910

€810

Ly10

9%1H

VIv10

YETD
0€TD
6210
8TT)
erq 4]

(44 %]
1545

61TV
8TTV

9110
ST10

8070
LOTD

160
969

69

68D

€80

6.9
8LV

0%CH

LETD
9ETD

SETN

eecy

Lzey

0zeH
612D

F

j414]
344 4

0120

802D
Locy

1020

8610
L6TV

761D

06TV

10420

£0Lzd

HOLZD
D020
4020
q0.LTH

voLey
0Lcy
69z0

TPED
07EV

8EED

9€€D
SEED

€€E€D
TEEY
TEEY

LT€D

STed
vTey

12€D

91€d
ST€D

13344
0TEY
60€D

S0€N
70€D

T0Ed
T0€D

662V

162D
9620

882D
182D
982D

L

{4144

082D

LLTD
oLTV
S.LTH

0%V

L6ED

S6€N
76EY

T6ED

68€D

L8€N

£8€N

18€D

L

LLED
9.€0

JE9EY

DEYED
g€9€D
VESEY

9G€H

TGed

1S€D
0sen

8%ed
LYEV

SYEV

(4554

8LVV

3

TLYY

69%D
89%H
L9%D
99%V

vovN

°9%0

09%V

R LDWIDE

88¥%D
LSHY

96%D
vavy
€89%D
cavd
1890

9%¥H

€980
{4sih]

6%9D
8vSY

9%90

T390

£E9D

TS0

€290
TTed
j14°0)]
0Tgd
61480
819D

q18v
j2%°14
£15V

T180

SOSY

867D

967D

£6%D

L8%0

¥8%0

O

PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 38

ocon
ST9D

9090
S09D
709D
£09Y
209D
T09D

669D
869D

k

269D
16490
069V
6890
884N
18S90
988Y

£89D

78490
089D

e
8.9V
L1899

0L9V
® 699D
899D

i

6990

9699

€99V

0890

8%9D

9%9V

L
3

99D
0%90

€90
£EV

TEOY
0€9D
629D

LT9V

*

9TLd
STLD
vTLn

TTLY
TTLD

LTLD
OTLY
STLD
TILD

LOLD
90LY

T0LD

004D

8690

2690

T69D

S89Y

€890
289D
T899

SLOV

€190
TL9)

9180
ST180
7180

2180

8.0

S8.LD

TLLD

0LLD
69.LD
89.D

YOLY

29.L0

t
I

6G.LD
8610

-
L

€840
TSLY

8%.LD
LvL0
obLY

€680

0.8V

8980

998V
§S980
798D
£98Y

648D

§489

£98D
S8

8%8D

{4435

0%80

SE8Y

¥E€8D

628V

ozen
ST80

L180

9969

7960
£960

T960

6G6Y

® 996D
466D
TS60
0869

9%6D

796D
£v60n
Tv6D
TveY
0%6D

LEBN
9€60
SE€60
vE6D
EE6Y

L

626D

€260

816V

916D
ST60

8680
L1680

9680
7680

6€0TD

€E0TN

201D
£2070

61070

9101D

0TO0TY
6007V

200Td
TOOTV

TL6D
TL6D
046D
6960

L96D

TOT10

L6070

L80TH

£8070
@® 801N

6.L0TD

® whmﬁo
€LOTY
TLOTD

L90TV
99010
S9010
79070
€907D
901D

F

8S0TH
LSOTY
9G0TH
§G0TH

TS0TH

6%010
8Y0TV

(47405
Tv010
0%010

€GTTD
2GTTD
TSTTD
0STTD
6%TTD
8YITY

SPITO
YPITD
EVITY

[449%
15437
0%11D

SETTO

CETTY

i
L

6CTTY

LTTTY

SCTTD

TTITD
2110
011D

STTTD
YITID
€110
CITTD

90TTD
SOTTA

€0TTY
ZO0TTD

9ETTD
SETTD

T€TTH

+

S2TTO

H
L

€2TT0
[£44 1]
12210

81210
L1210

STTID

[A%4 )]
11210

602TD
80210

902TD

€0TTH
2010

66110

S6TTD
v6TTY
€611D

6811V

18110

0LT1D

90€TD

€0ETH

i
L

00€TN

L6TTO

v6cIN

€610
621N

06210
68210
881N

98TTY

8LTTY

SLTTY
YLTTV

TLTTY

0.210

89CTV

99219

v9CTTd
£€9210
ToTTY

8GTTD

et 0]
21441

08eTTd

LyTTV

4495

€YTTID
(4744931

8LETY
LLETD

SLETD
YLETD

TLETD

69€TD

S9ETY
Y9ETD
€9€10

TOETH
09€ETY
6SETY
8SETD

SGETD
vaeeETY
€GETY
2G6ETN

|

w¢m«u
YPETD
EYETD

TPEIN
0veIN
6E€ETD
8EETD
LEETD
9EETY

YEETD
€EETD

0EETD

H
bi

LTETD

YCETD

TCETY
0ZETD

L
H
L

YIETD

z1eINn
TIETD
0TETD

8Y¥1D
9Y¥10
SY¥10

[4744%)
13443

H

9EFTH
SEVTH

L

125491
0E€%1D

8T¥T0

9THIH
STYTD
i 445
€TYIH
[444%)
13445
0Zv1N0
6171V

4547
£1%1D
45431

L

80%10

S0%T0
4%45
[dA %)
101D

v6ETN

68ETH

S8ETH

T8ETH

F
F

81910

91510

60810
80GTY

00STD
66710
86%T0
L6710

S6%TV
iciald

L

0671V
68710
88%1D
L8%1D

S8%1H
¥8%1D

08%1D
6L%1D

LLYTY
9L%TD
SLPTD

3

0L%TD
6971V

SO%TH
¥9V10

19%19

88%T10

SSPTD
¥svin

€69TD
T6STD
16519

68910
88S9TD

498910

289T1)
18919
0891V

8810
L1810

6991V

LOSTY
99GTV

09GTH

vaSTY
19910
08810
6%910

9%910

SHETY

EYSTV

0%STH

8ESTH

®  9€SIV

€E€GTO

1€910
0€89TH
6281V

LTSTH

etae )

F

12S19
0ZS10

O

R LDWIDE
PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 39

29910

69970
8599710

96910

f:
1]

TS89ty

6%91D

S%91D

Th91D

07910
6€9TN
8€9TD
®  LE9TY
991D

L

Y0€91D
°

8291D
L291d
991D

v291d
€291D
TTOTH

0Z91d

LT9TD
9191V

€191D
1910

0197V
6091V

T091D

66510

LBSTY

S6STD

9SLTD
@® SSLTV

YELTD

8TLID
LTLI0
9TLID
STLID

80LTD

L691D
9691H
S691H
6910

88910
L89TD

891D

08910

LLOTY
9L9TV
SL910

€910
TL91D
TL910

6991V

991D
9991H

£T8TH

1281V

il

9181H

$181D
€181D
CI8TY

%0810

€081V

10819

86.10

96.10
S6.LT0
v6.L10

T6LID

68LTY

L8LTY

P8LIV
E8LTV
T8LTD

08LTY
6LL10
8LLIN
LLLTO
9LLTD
SLLT0

0LLTD

89.10
L9L1D

@® TOLIV

0947V
6SLTY
@® 8SLID

¥881Y
£88TH

08870
6.8T0

08710
6981H
¥9810
€981H

+

v481Y
€481V

88TV
LY8TV

SY8TH
¥¥81D
£%810

%810
0%81H

8€8TD

@ 9€810

€810
CEBTD
T€8TD
0€8TD

8T8TH
L28TD

ST8TY

E€L6TD

€9610

88610

€961V
CTS6TY

0S671H

8%61H

9v610
mwmﬂu
Tv610
%610

6E€6TN

SE6TH

YE6TD
€E6TH
CTE6TY

ST6TO
¥T61D
£261N
[443 %)

02610

8161V

9161V

YT61D

806710

8%0TH

9%0TH

i

choTy
19020

6€02D
8€0TH

920T)

(444
12020

610CY
8102H

S10TV

0102H

8002D

mommo
momue
0002ZH
66610
8661D

1861V
086TD

LLETY

81120
LTIV
9T1TH

vTICY
€1120

0TT1ZH
60120

L0T2T)

66020

L602D

S6020
%6020

0802)

ELTITY
cLIen
TLT2Y
0LTCTY
6912V

e Loten

® §9128d
® 9120
® €912
® T91ed

® %S12d
o £aTEd |
® <TS1ed
1972H
@ 0St2n

9120

00000000
o o
< <
=
o
(S}

® 07120

SETTY

® G§TITd
® ¥TITh
® £T1TH

(]
®
® 0T12H

£92TH

1522D
0S2TH

8%2¢T0

9veTH
Syeen

gveen

5441

6€2TH
8€TTH

3
g

£ecen
Nmmﬂb
82TTH
yX444 )

sgecy
i (444)]
612CH
812cH

9122H

e1zen

11229
0122H

802cN

90220
S02TO

8612V

S61C0

€61CH
T61TH

@ 6812n

°
o 18129
® 98129
°

€8120

LTET)

STETH
¥1€TD

90€TD

v0€TH

C0ETH
10€2D

S62TO

%6220

T6TTO
16220
88TCV

$82TO

082TH

8.TTV
LLTTH

S.TTO
vLTTy
X441

0.geTd
69TV

18€TD

69€TY

L9€TH
99€TY
S9€TH
79€TH
£9€TD
T9ETH
T9€TY
09€TY
6S€TO

LS€2n
98€T)

v3€TH

19€TH
08€TD
6%€TH

LYET)
9vETY

vheen
£9€T0
TYeET)

EEETY

T€€TH

X741
0S%TV
67%2n

4444

8€¥eTN

SEvTY
vevey
EEVTY
(4574
1257440

R LDWIDE

9THTY
STHTY

11474}

81¥%CY

ST%2H

£1¥%2H

0T%TH

%0%2D
£0%20

10720

66€TH

L6ETH
96€TH

06€TN

¥¢sTh

3
i

L18T)

¢182)

808cTH
L082D

00520

96%20

£6%cN

88%CY

98%ZH

T°8%TH
18%CH

® LL¥TD
9L%TY

v.92D
eL¥en
TL¥TH

0L%TH

L9%2D

L

coven
19920

88%CH

iasiza)

¥6STD

16520

L8GTV
9842D

£8GTH

088zN

@ 8.STD
LLSTY

SLSTO

TLSTY

082D

L962H
v99Cy

1992y

8989T0

99820

195920

6%92H
it}

eigcta]
ias14)]

134144
0%92d

£E€9TY

i
+

0€8TY

L2820

7992D
£992H

19929
0992V
6592H

L8992V
98920
§89¢H
Y392y
£39z0

19920

6%92N
8%920

S%9TH

192D

6€9CY
8€9CH
Lg920
9€9zN
S€920
vE9TH
£€92H

0€92H

L

92920

£€292H
[44°4))

02920

L1920

S1920
v192v
£1920

60920
8092H

90920
S092n

66GCH

O

PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 40

TeLTD
0€LTD
62.LTH

ozLTn
STLTY
YTLTO

TTLT)
159%4 1

6T.LTD
8T.LTH

9t1.lzn
ST1.L20

TTLTY

L0LZD

£0L2D

T0LTD
00.42D
66920

96920
S69T0
692D
£69CY

16920
06920

8892N
18920

892N

08920
6,92V

3

v.92H
€L9TD

L9920

€6.4TH
T6LTH

L¥LTH

€%.L20

152X4 1
0vLTY
6€LTN
8ELTY

SELTD

EELTY

%9820

698TH
898T0

98820

%9820
£88¢)
[4°4:14)

088cTY
6%82N

PAZ:140)
9%8¢H
S¥8TH
¥¥8CD

19820
0%820

LE8TH

SE8TY
v€8TD

0€8TH

928TY
S28TH

£28TY
TT8TH

L18TH

S18C)

£18CY
c18TH
118¢H
018TY
608TY
80820

® §08TD

208TH
@ 1T08cTY
@® 66.TV
@® 86.%0

688T0

988TH
S88T0
¥882n
£88TY
88TV
18820
08820

55 rRNA

8.8tN
L.8TH

§.820

i

1.820

e Molecule 23

698TH

99820

15%

O = Nmm
© © ©
(ST

42%

40%

%
B

Chain RB

S90

o
)
<

089

© o
IIIII-Iw :
< O

®
S
[

%0

~
©
&

3

o o
® ®
3] 3]

©
I3
©

9Ty

vin
Coew

o
—
©

T10

69

80710
L0010
901D
S0TH

TOoTd

969

60

08n
6.0
8LY
LL0

SLD

e Molecule 23

™
~
<

<
<
=

—
[op]
o)

17%

43%

34%

%
B

Chain YB:

oo
(3] (5]

0LD
69D

19D

S9D

€90
29D
19D
09D

%90
£8Y

1S9

67D
8y

SHY

3

€%

~
™
©

6TV
82D

9Ty

€20

£TY
(42

01D

[y
=]

LT11D
911D

711D

801D

9019

vo1v

0019
66Y

969
S60
760

160

v68Y
68D

98D
98D

50S ribosomal prote

£8D

08n
6.0
8LY
LL0

SLD

e Molecule 24

TLD

in L2

9%

38%

52%

%
B

Chain RD:

o
I~
£

0LM

891
1,94

91

[ ]
© ©
1>'=

0
0
)

b

At

[4:t:]

0SL

8vY

© © =)
0 3] 5
[N £ [ 2]

®
oo
M om0
[Z e

0ogx

LTL

eI

LTL
OTH

A%

(433

OTL

8d

€A

A S

ov1a
SPTA

E€YTH

SETA
veTY
€ETT
CETd

8TTH
LTTA

STTI
¥C1d

(4414
121d

61TV
8TTA

9TTh

Ll

80Td

90TI

¥0TA

[401%’s
1072

660

96H
S6'T

980

£84

8y

9.d

E€LA

€azl

9vcd
sved

T%2d

6€cH
8ETH

9971
PSTH

TSTH

€lcH

clLey
T.2I

+

£9zcH

19TH

g6ey

O

R LDWIDE
PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 41

508 ribosomal protein 1.2

e Molecule 24

8%

35%

55%

Chain YD

© 0 © @ I
=l a Il @
= X a ©v

08Y

3

o
0
<

0SL

+

9%b

[
™
o

< 10 ©
@ mm
Y

<
-
5

€14
(43

OTL

i~

041D

TS
08T

8v1a

SHIA

€¥TH
TYIA
TVIA
0%TL

LETd

SE€Td

CeTd
TETT
0ETY

8T1H

€TTY
ccIa
TCTd

Ll

611V
8TTA

(4311}
TT11

807d

9071

4028

(4058

66a
86A

T61

68S

L8N

S8a

€83
281
8Y

6€£TH

9ETH

TeTd

®
9TTH

81cH
LicH

e£1cH
z1es
TT2Y

602V
80T

9021
S0TA
%0TI

TOCH
00za

86TN

€6TA
T6TL

06TX

2811

SLT1

CTLIR

€.L2H
cLey

£92H

508 ribosomal protein L3

e Molecule 25

11%

< 10
© ©
X o

39%

3%
L

Chain RE

TLD
oLy
6934
89V
194
99H

98
09N

84y

GGN

[ ]
€9d

TG4

8EL

geb

€EA

8TV

GTA

€TA

914

€14
CTL

019
6A

©
I
]

LA
99

™

LY1d
9YTL

j44% )
® EvIN

0%1S

8€Td
LETH

SETH
YETI

TETY
0E€TH

LT1a

(49 %

0TTH

LTTH

TTTY

60TH

LOTL

T0T¥

S61

=
[
31

@
0
[

98d

£80

083

vld
€L3

L3

061D
681d
88TA

981D
G8TYH

8.13

9LTI
SLTA

L9TA

S9TA

097X

e Molecule 25

LSTY

n

50S ribosomal prote

10%

36%

52%

%
B

Chain YE

vid

[
~
(=]

LTT
9¢I
STA
Tl

LOTA
99TL
S9TA

09Tk

0STA

9FYTL
SYTA

*

8E€Td

9ETH

€ETH

0€TH
6CTH

LT1a

ST1D

€114

TT1Y

60T
80TS

SOTL

€01a

S61

N~ 0 O
© © 0
[SCr=]

[v)
0
(=}

0
~
=1

®

508 ribosomal protein 1.4

e %ocTy

coecyH
T02L
ooca
6614

L6TI

88TA
L8TV

¥8TA

1871

6.73

9LTI
SLTA

0LT1

e Molecule 26

o
47%

11%

38%

Chain RF

-

LLa

3

eLY

TLD

o
~
B

190

SOM

{41

LSGA

8YL

L9D
oY

1

0%b

-
™
£

62N

§se¢d
21
eca

02T

8TY

919

€18
(4%}
1378
01d

©
o

O

R LDWIDE
PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 42

691N

LITV

Y9TH

2911

+

8GTL
LGTA

el )

081D

8¥%11

EvIV
(47411

8E€TH

9€TL
SETA

6214

508 ribosomal protein 1.4

Lg1d
9TTA
STl

Ll

€TV
CTIH

0171

9021

TOTA

66TH
86TV

88TH
L8TA
9871
S9810a
Y8TA
€8TA
Z8TIN

6.13
8L1d
LLTY
9LT11
SLTL

e Molecule 26

ELTA
CTLIM
TL1d

9%

26%

Chain YF

66TH

P6TH

88TH

g981a
Y8TA

Z8IN

SLTL
YLIA
ELTA

0471

89TH
LITY

S9TH

1918

LGTA

1441,

0%11

9ETL

YETD

CETA
TETD

6214

ScT1

cTIA

0z1a

3
&

9T11a
STIV

CTIH

0111

L0TH

1

TOZA

508 ribosomal protein L5

e Molecule 27

5%

37%

54%

Chain RG

TLIT
TLIV

L9173

va1d
€974

TSTY

3

EiA99
SYIL

0%T1I

9ETH

€ETT

TETR

8LT4

S.T1
jZA %)
€LT1

508 ribosomal protein L5

e Molecule 27

9%

36%

53%

2%
n

Chain YG

T8)%

@ 084

6.LN

LLI

0LA
69V

Im‘r-
©0 ©o
B

+

97

8sl

€91
TSI

L¥Y

Sva

€91

Bk

2ed

ogd
6CH
8TA
LgN

0cI

81d

(19')

897d
L9132
991a
SOTL

€91V

T9TL

%910

6%TA

9%TR

0711
6€TT

e LETH
9ETH

%ETD

TETX

¥c1s

8TTYH

STTYH
PITI
€114
C11d

LOT1T

012
€071

T0TI
00TH
6610

™
o
=1

o
s
]

< ~
) ©
£ [N

L

e Molecule 28

6.1d

9LT11
SLT1

69TV

508 ribosomal protein L6

37%

6%

13%

36%

45%

Chain RH

R LDWIDE

O

PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 43

6LA

LY

+

694

3

€98
Ton

+

494d
ALt

TSA

0SA

ova

€¥A
[448

{4

o

o
(¥}
]

[ ]
829

Ted

918

cTd

e 01d
61

L
SD

[43

544

0%TH
6T
8ETYH
LeTd
9ETI

® TIEIA

821d

j£4x)
® €Tld

1211
0Z1H

0631

a8

€81

ToTI

8GTH
LGTR
98TV

6714
8¥TI

i L6

50S ribosomal protei

e Molecule 28

6%

14%

32%

46%

%
B

Chain YH

82

0 I O O~ .
© K~ ~EN~
B oA <EK

© ~
© ©
S 3

+

10 . o) -
e} 0 © ©
Y ~ =) =]

By
fre}
~

o
e}
=

TSy

o
Il
=

8%

ovd

ova

6973

LSTA

08TV

€71

0%TH

9ETI

YETS

TETA

STTA
vcra

1271

STTA

ETTA
CT1d

0TTS
6074

90TL
SO0T1

TLT1

191D
09T

508 ribosomal protein 1.9

e Molecule 29

2%

23%

42%

30%

Chain RI

o=

98

o
©
5]

861

98y

f4ct}

191

S
P91

%S
T

SET

CEd

0€1
62K

L2Y¥

STL

oza

6TA
o 8l |

L10
919

(X4 %)

TTTA

AL

(435
TT1d
0T1a

80TL
LOTA

SOTH
0Th

TOT1

86V

+

vev

98d

TLT
7

9ETA
SeTd

508 ribosomal protein 1.9

e Molecule 29

52% 21%

23%

2%

Chain YI

ks
£9Y

T9d

gqqv

[4°1

0sy

L1

<+ ©
< <
= <

o
S
©n

-
S
]

~
™
=

9EY

vED

o = o
® M m
H A e

6CL

Lzy

€2d

1148
0za
6TA

LTD
919

£1D

L3
91

o <+ 0
[ |

TH

i£4%)]

[4q%S

0271
611d
8TTY

Y111

(4358
T11d
011a
60TI

LOTA

SOTH
%010

20Ts
TOTT

™ ¢ 10
o O 0
IIE‘ h I|..+IIII

T6S

N~ OO
© © ©
E

78D

6.1

PO AN mE W
©COKKKNKEN
AN R H A EE A

993

0%T1
6€TH

508 ribosomal protein 1.13

LETd

SE€TH
YETd

(415

6CTL

e Molecule 30

9TTR

O

R LDWIDE
PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 44

5%

Chain RN: T

7%

41%

50%

ELL

° o
o -
© ~
> =

<+ © ©
0 r) 0
= = a

o
)
=

.o
67D
i

iz}

€hL
(472

0%d

8E€H

SEY

€€1
CEL

0€I

8TL

TH

6831

L8T

e ¥8Y

28T

e Molecule 30: 50S ribosomal protein L13

9%

39%

50%

Chain YN:

690

197
994

091
6891
840

98N
QGA

2GA

LETH

€ETH

TE€T0

LT1d

erq 4]

e Molecule 31: 50S ribosomal protein .14

—
5%

25%

70%

Chain RO: ™

9071

70T¥

20TA

i

181

6.4
8.4

9LV

€.a

691

99y

€9A

€94

3

8%d

TPV

CTEX

o
@
<

© ©
5] Il
M ©n

74
€
¢TI

0z
611

63

LA

1

e Molecule 31: 50S ribosomal protein .14

Y111

114

9%

3

96.L

_ . 764

263
1671
060

88N

27%

981
S8A

69%

8Ts

44

{4y
120
0z
611

LT4

EIN

CI
[} TH

Chain YO

e 2Til
0zTaE
L1711

P11l

-

e Molecule 32: 50S ribosomal protein L15

7%

©
©
o

®
©
©
[z

™
©
%

17%

09

© o
0 10
B A

96§

3

674

~
B
a

39%

0%S

8eh
LED

42%

814

® EIN
(434
19

0
a

Chain RP: —

=
=

j44%S
€710

0%TV

8€ET1T

@ S0T11

€01V

TOTA

9831
§8T
8N
£8A

8.d
LLY

SLI

€LD
cLd

D E

O

R L DWI
PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 45

8¥11
LPT1
9YTA

e Molecule 32: 508 ribosomal protein L15

19%

39%

39%

Chain YP: ™

~ o
— I
& o

LOW

€9d
29T

66T

LSL

SqY

[4ekS

674

PA L
i

4

0%s
6eY

€Y

0EL

829

©
I
©

(4]

EIN

-
—
©

01d

(4}
TH

661

96.L

v6d

264

+

£8A
289
18b

L.¥

II i II
~
=

€LD
TLd

e Molecule 33: 508 ribosomal protein .16

0Lb

89b

e 6%13

42%

44%

21%
e Molecule 33: 50S ribosomal protein 1.16

© o
ol IS
£ < B

Chain RQ:

Ei)

ehL

{448

<+
-
~

®

o
-
(=]

©
~

i

o
-1

LOTY

@
o
-
=

66d
8631

[4:0)
163
06A
68N

10%

o & 10
~ s~
[ =

38%

50%

Chain YQ: =

N-I-nc-
- ~om

£8I

@ 08X

8.Ld

~
~
£

TLQ

L9Y
991

79I

694

994
SGA
YSN

+

6€d

LET

SEA

LTA
9TA

2L
(4]

811
L11
9TH

v1Y

[41]
135
oty

%IV
6€TH
8€1d

9ETY

CETA

0ETH

{45

€2ZTH
0g1I
9113
€110

[Aa %S
1118

60TA

G013

€0TH

L6A

269
162
064
68N

983

e Molecule 34: 50S ribosomal protein L17

11%

47%

42%

3%

Chain RR: ™

TLa

0LT

197

= 0 ©
© © ©
=) -

640

993

791

Shy

® ¥IS

iy
TN
011

631

(X ]
©
(7

=S

[4:S

STTd
YTIA
€111
4344
1111
0T1d
60TV
807D

S0TY

€0TYH

0071
661

e Molecule 34: 508 ribosomal protein 117

D E

O

R L DWI
PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 46

12%

31%

—
57%

Chain YR: Th

*

8LY%

9LA

LSY
993
agy
91

+

8vA

(425

(028

€Y
621
821
LTS

vl

811

o 0w g
o B [

8113

*

CITV
111
0TTd
60TV

SOTYH

e Molecule 35: 50S ribosomal protein 118

9%

15%

39%

44%

Chain RS:

)
-
£

69A
890
L9¥

S9A
93

(428

68931

a1

0SS

8%1
LPL

a2

3

g€l

€ex

624

LTS
9¢1
el4

£€cy

9IN
STY
YIA

T
(%4

€y
[41

T11E

80T1H

€073

0 ©
) )
o =

e Molecule 35: 50S ribosomal protein .18

€631
T6L
T6d
069

184

13%

38%

46%

Chain YS: ™

II .
~ ..II.-
<

o
~
<

SO0

TON

633
84T
L8Y

Sqv

Tss

18V

LYL

42!
£va

6€I
8€h

9EX

[498

0gyd

3

92T

©a
< <

e Molecule 36: 50S ribosomal protein L19

28I
18D

6%

8%

39%

46%

5%

Chain RT: -

o
©
]

08s
LLd
SLI
bLe
€L3

S9%
you

2oL

6GL

79y
€94

&
3

0SI

®
-II-m
=
=

(429

© ©
0 0
IIH IIz IIIIII

PEA

CTEX

Q
®
=

8TA

9za

vcd

0zd
611

9TY

8¢TH

vcia
€210

11423

611X
811Y

e Molecule 36: 50S ribosomal protein L19

E1TA

1114
0T7I
6072
8074

® 9018

€0TH
0TI

+ 0
© ©
[S ]

3%

Chain YT: -

6%

11%

42%

41%

LG4

670
81

9%
Shd

LED

© O WL ©
A M M
N E ]

©
N
a

<
N
.

L

611

9T

- [
- -
2] ~

o
]

o ™ 0 © N~
= ;| < 3 H

™

veETH

8zTd

3

7CTa

e Molecule 37: 50S ribosomal protein L20

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



4P70

7%

27%

wwPDB X-ray Structure Validation Summary Report
64%

Chain RU: ™

Page 47

TITY
T1rE

8073

9074

T0TY

3

L6a
96V

£631

881

8%

43%

47%

e Molecule 37: 50S ribosomal protein L20

Chain YU: &

N
—
~

8A

~
>

10
B4

9%

32%

57%

%

2

Chain RV: T

}-

e Molecule 38: 508 ribosomal protein 121

G831
783

T8L

8.4

9L

TLA

291
ToA
093

e}
8D
€93
TGA
TSA

8%D

42!

091
6€T

LEA
9€d

bed

3

€cd

14

611

91d

€14

(0158

TOTD
007¥

L6Y%

6L

12%

46%

43%

e Molecule 38: 50S ribosomal protein .21

Chain YV: ™

e 101D
007¥

1

961
G6'1
961

T6L
6%
06d

e Molecule 39: 50S ribosomal protein L22

884

a8y

T84

9.

9%
o
@
&2

28%
-

+H

1971

LYA

[42:

62%

ben
€€y

0gxa
62T

STH

0TTH

%
B

5
B

e Molecule 39: 50S ribosomal protein L22

611

90TI

STH 70TL

e 00TL

Chain RW: '

3
:

863

O

R LDWIDE
PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 48

9%

~
@
=

27%

65%

Chain YW: &

SOTA

00TL
664

S61

[ 4
16D

3

18d
981

8L

- ®
~ N~
= <

[
©
A

—
©
=

~
0
=

[4ek:S

671

SPR

15728

1

e Molecule 40: 50S ribosomal protein L23

8%

31%

56%

Chain RX:

88Y
180

£€8A
z8h

8L

€L4

0L1
695

09¥
69A

LST

SSN

€91

TSA

8vi

(441

(028
6€1
8€H

9N

ced
TEH
0EA

3

9CK
(44

€

CTIA

e Molecule 40: 50S ribosomal protein L23

5%

39%

52%

Chain YX:

T6T

88Y

e Molecule 41: 50S ribosomal protein L24

7%

15%

49%

28%

X

Chain RY:

TLA
TLY

89H

99d
SOV

€91
{4k

094

© O
0 10
[T ]

©
Ire}
a

pox
€9d
Tss
TSA

670

L9
528

e Molecule 41: 50S ribosomal protein .24

EPN
ThA
9D
0va

201D
T0TY
00TV

7%

15%

32%

-
©
=1

45%

%
i

Chain YYVY:

o
=

8LY

9LD
SLI

-
~
X

69V

L

By
©
(5]

94d

€4d
[4:1

08y

8y
AR

SPA

6EA

+

SEX
vEA

3

82
LTA
9Ty

711

e Molecule 42: 508 ribosomal protein 1.25

TOTH

=3
S
-
<

© ©
=) o
= =

5\
o)
B

= o
@ O
m| o=

O

R LDWIDE
PROTEIN DATA BANK

W



4P70

wwPDB X-ray Structure Validation Summary Report

Page 49

11%

16%

39%

31%

6%

=
=
[

Chain RZ

69L
89d

995
s9b
%99

681

Tas

674
8vd

Sva
vvd

(4728

0va

s
3
3

LEA
9EN
SEY

€€1

LTA
92D

2T

614
811
LTV

3

219

©
>

€X
ca
TH

PETd

0€1d
6218
8TTA
LTTH

GTT1

€e1a
[441'S

6113

® €11V

011D
60TV
801d

€07Y

T01d
00TA

T6S
161
064
684

180
98A

v8d

[4:1

6.4

9LT

3

TLA

TLA
0LT

€871

8L13

SLTA
YLIA

0LTL

L91d

Y91V

2913
TOTA

69Td

LSTT
9GTH
® S§ST11

® €918
1415

Svra
A%

ov1a
6ETA

9€Td

508 ribosomal protein .25

e Molecule 42

11%

16%

41%

30%

Chain YZ

o
~
|

<+
©
©

093
69T

@
0
=

<
re)
£

N © o
& &+ &
]

9EN

YEN
€eT

0EN

8T

92D
ged
w1

3

614

LY
918

€14
0Ty
64

84
LY

cd

6ETA
8ETH

9€Td

TETH
0€Td

8TTIA

ST

€c1a
[44 1S

9TTA

® €11V

TTTA

60TV
80Td
LOTL
907D

20T
T0Td
00TA

L63

S6d

£6a

16T
06A
684
884

98A

0
)
)

£8d

08y
6.4
8Ly
LLa
9.1

€811

08TA

6.10

LL1d
9L1d

wLIA

TLTI
0LTL
6972

L91d

8GTd

98TH

€418

6%1S

LY1D

€¥1D

TPIA

L27

1mn

50S ribosomal protei

e Molecule 43

6%

47%

44%

8%

Chain RO

040

893
LOA

S99D

€9A
291

681
8GL

96a
it

® ESH

€8d
284

08H

SLT
2%

LY

L27

111

50S ribosomal protei

e Molecule 43

8%

49%

39%

Chain Y0

694

LOA

79

291
094
661
8GL

it

€GN

oSN
671
8%

vhe
€hL

L2H
9TX
a4
e
€TA
2TH

ozy
6TY
8Ty
L10
918
S1a

€19

1Y

O

R LDWIDE
PROTEIN DATA BANK

W



Page 50 wwPDB X-ray Structure Validation Summary Report 4P70

e Molecule 44: 50S ribosomal protein 1.28

6%

Chain R1: 58% 32% 7% .-
[ ] [ ] [ ] (X ]
w0 = =] ~ O >0 X -4 = = = o =] << w0 = =1 PSSR R T R e Ty = m A Mo

198 @

e Molecule 44: 50S ribosomal protein 1.28

11%
. [— o
Chain Y1: 54% 36% 7% .-

(] [ ) [ ] [ X J @
- © w0 ~ [« - O v Ol o mmo o ™ 0 0 0 O o mmm ©0 0 o - 0 N~ oo OO

Ia :'I'; slalslg'lz = = 2'2 glg 3'2"': £ :I:I; 5': Slala’ £8 2.
[ ] 0000
ggggal
b3 ax a
e Molecule 45: 50S ribosomal protein 29
Chain R2: 61% 28% 7% .
.w m-s-:’-:-a-ala’-s-s T -I a’lzl-;-s-g-%.

©v m -1 = (2] -1 [55] B4 = HO oA oo o~ =] |3 = 3
e Molecule 45: 50S ribosomal protein L29

. S E——
Chain Y2: 42% 39% 14% - .

0 ~ 0 [N 0 o N ™ -
ol o ] o & & 10 0 © © © © ~
£ ] = S oA < A B> A =

-
It} N Qo
= MmN o

e Molecule 46: 50S ribosomal protein L30

= ™ re} R + ) o ~ [ <]
o 3] o @ m 2] < It} © Q&
— B Ed [ ] m B4 a x m o

3%
. - —
Chain R3: 70% 23% 5% -
o [ )
-1 Ed (=} 4 -l o -4 -l O - | =

e Molecule 46: 50S ribosomal protein L30

2%
. - [RE——
Chain Y3: 58% 30% 0% -

[ ]
o <+ [} (S o) NamO - N M
o & ~ = - 3] ) ] <+ 1D 10 1D 1O 1D
] £ [ © ~ (=4 ~ = B aina >

e Molecule 47: 50S ribosomal protein L31

o
<
-

R30
V36
T40

WO RLDWIDE

er

PROTEIN DATA BANK



Page 51 wwPDB X-ray Structure Validation Summary Report 4P70

17%
Chain R4: 35% 42% 17% 6%
[ ) o000 0 o000
- E vwlhlm-lmlhwl—wlwlwm°-ﬂm-v~lml-w'~l=»°-ﬂm-
- 0 O~ - - - — — N o N (] (2] MM w0 0 0 W0 0 0 O O O O
= oo = H o (4] (4] el B o = (&) MO o o> (=} [55] e > [ = -]

e Molecule 47: 50S ribosomal protein L31

7%
. _ L
Chain Y4: 28% 34% 31% 7%
- I .ﬂ-w-—o~Im|mwlw-~rlw-~~ml-w'-wmlﬂ.-l
- N 0 ~ — ~ oM m (] m m o <+ =y 0 0 W0 0w W ww ©
= X =] Ay Ay (&} [ ] - = O ES [ 3] o A FAE [ - ~

@
©
M

e Molecule 48: 50S ribosomal protein L32

3%
Chain R5: 43% 43% 0% .-

[ ] o

O NEmO N~ (=] ® e} © © © o o} ~
o M 0 © Qoo = o = Aa o N 3 0 51 < 0 10 19 I
< X = XX EH @0 e a e @0 = | (3] (3] [ B > o =

e Molecule 48: 508 ribosomal protein 132

13%
. [ o me
Chain Yb5: 42% 43% 12% ..

(N ) [ X X ) (N

o o bl - o m [} (=] wn ~ o
5] 0o oo - o FIEIR = 10 19 10 ©
< AaE B o o = (- S o @ N> =

e Molecule 49: 50S ribosomal protein L33

M39
P41
T44
Y52

D17
L25
c33
P34
C36

~
@«
B3

A38
C46
Y51
Y52

81%
Chain R6: 19% 41% 30% . 0%
00000 o000 00000000000 0O0OCDBOGCOCGOGFOGIS [ X ] 0000000000O0OBOCGCOGOFS
- -olwlwlw.ﬂwlelw.“lh-w.olml
0 -~ il - ~— NN o m m m m < < n n 0
= =] (& ] (&} ~ I 5 ~ = [= - O A = " B

e Molecule 49: 50S ribosomal protein L33

78%
Chain Y6: 30% 39% 19% . 0%

o000 000000000 00000 0000000000000000 00000000
© ¢ 1B © N oS0 © N~ o © N~ o - S0 ON OO A M
e ] BEG IBERETES ©® o < 49 9 & & &0 wion
(S0 N3} < HEXE K A e O a @RS

e Molecule 50: 50S ribosomal protein L34

4%
. _— —
Chain R7: 61% 31% 8%




Page 52 wwPDB X-ray Structure Validation Summary Report

4P70

e
O HEE N OO N OO N
oM &0 ~ o m mm « <+ < & <
ME B =S <X AKeE &£ Aap B>

e Molecule 50: 50S ribosomal protein L34
8%

. [— —
Chain YT7: 63% 29% 8%

[N X )

o [Tl S ] ~ O A (=3

0 - AN Mmmeomon <+

b= = o A @ aEdegXdos J a:

e Molecule 51: 50S ribosomal protein L35
9%

ChainRS: T 48% 38% v .
® [ ] ® [ X X ]
.g S CEL E'.§I§'§ EI'.E 5'5 E'EIE EIEIE'E §I§I§ s
e Molecule 51: 50S ribosomal protein L35
8%
Chain Y8 T 38% 42% s e

M25
E40
Q43
L50
L61
P63
Y64
E65

(] @
e N0 0 O 0 mE 0 © - © ~ .
FWON HHodod-AHA A 3] @ ® 0
SNBE MX@E>KHB< = 2 o X2 v

e Molecule 52: 50S ribosomal protein L36

100%
Chain R9: 62% 32% 5%

© @ 1) ~ o
< < 0 9 ©
o = [ o |

000000000000000000000000000000000000
0 L=} + 10O~ o= om0

<+ «© ol - AN o0 mmn o

o X H =] = O [ ]

e Molecule 52: 50S ribosomal protein L36

100%

Chain Y9: 59% 38% .

0000000000000 00 0000000000000 00000
@ o ~
R3S N 3 ™
- =] o 3]

o Molecule 53: P-site tRNA fMET

%

. l T —
Chain QV: 30% 49% 17% .

<

— ~ © =N m S © OB © O < 10 N~ ©Q
— oo AN N ® M ™ M S0 < & & el
< =31 <= O D (S0 (L] < B (3] = o Do 133

[ ]
o
o | © N~ P =
B OB S S o
0
©
(5]

e Molecule 53: P-site tRNA {MET

) © o o 0 @
- N < ) 0 0
(3] 3] ) =] =] <

c71
C74

WO RLDWIDE

er

PROTEIN DATA BANK

c61
C62
G63



Page 53 wwPDB X-ray Structure Validation Summary Report 4P70

%

. |
Chain XV: 38% 34% 25%
[ )
II-II.I.-I---III-I. S-:-I

(L&) [T << O < O o =] =] (L&) << (&) (&) =] =] WD << (LTI S) (&) (&)
e Molecule 54: mRNA
Chain QX: "s% 12% 8% 68%
P PCRFOPPOLLELL (LR
e Molecule 54: mRNA
8%

Chain XX: - 16% 12% 68%

(X
& o0
- (LIS &)

e Molecule 55: A site ASL of tRNA-Proline CGG (unmodified)

12%

. e
Chain QY: 18% 24% 6% 53%

[ ]
©
™
<

e Molecule 55: A site ASL of tRNA-Proline CGG (unmodified)

6%
. —_—
Chain XY: 35% 6% 6% 53%

e Molecule 56: tRNA acceptor end mimic

Chain Z6: 67% 33%

«
~
(3}

e Molecule 56: tRNA acceptor end mimic

Chain Z8: 67% 33%

©
~
<



Page 54 wwPDB X-ray Structure Validation Summary Report 4P70

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 209.82A  447.39A 619.86A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 187.58 — 3.68 Depositor
Resolution (4) 180.96 — 3.54 EDS
% Data completeness 99.1 (187.58-3.68) Depositor
(in resolution range) 99.2 (189.96-3.54) EDS
Rinerge 0.34 Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.37 (at 3.58A) Xtriage
Refinement program PHENIX (phenix.refine: 1.8.3 1479) | Depositor
R R 0.212 , 0.272 Depositor
» Hhfree 0.212 , 0.272 DCC
Rfree test set 27977 reflections (4.51%) DCC
Wilson B-factor (A?) 83.8 Xtriage
Anisotropy 0.184 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.28 , 77.6 EDS
L-test for twinning” <|L] > =040, < L?*> =10.23 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.84 EDS
Total number of atoms 291730 wwPDB-VP
Average B, all atoms (A?) 71.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.79% of the height of the origin peak. No significant pseudotranslation is detected.

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

WO RLDWIDE
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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, PPU

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

angles).
. Bond lengths Bond angles

Mol | Chain | p\ (g7 #éy >5 RMSZ #é\ >5

1 | QA | 059 | 3/36098 (0.0%) | L.21 | 155/56341 (0.3%)
1 | XA | 065 | 1/36101 (0.0%) | 1.27 | 208/56346 (0.4%)
2 QB 0.31 0/1959 0.52 0/2642

2 XB 0.32 0/1959 0.54 0/2642

3 QC 0.31 0/1629 0.53 0/2195

3 XC 0.37 0/1629 0.56 0/2195

1 | QD | 038 0/1733 0.58 1/2318 (0.0%)
4 XD 0.40 0/1733 0.60 0/2318

3 QE 0.35 0/1171 0.56 0/1576

d XE 0.39 0/1171 0.59 0/1576

6 QF 0.38 0/856 0.54 0/1154

6 XF 0.38 0/856 0.58 0/1154

7 QG 0.33 0/1276 0.50 0/1709

7 XG 0.34 0/1276 0.50 0/1709

8 QH 0.33 0/1136 0.55 0/1527

8 XH 0.38 0/1136 0.58 0/1527

9 QI 0.31 0/1029 0.55 0/1379

9 XI 0.34 0/1029 0.58 0/1379

10 QJ 0.33 0/814 0.54 0/1095

10 XJ 0.35 0/814 0.60 0/1095

11 QK 0.36 0/900 0.57 0/1213

11 XK 0.39 0/900 0.58 0/1213

12 QL 0.37 0/991 0.61 0/1327

12 | XL | 045 0/991 0.74 1/1327 (0.1%)
13 QM 0.32 0/974 0.59 0/1303

13 XM 0.37 0/974 0.63 0/1303

14 QN 0.41 0/501 0.60 0/664

14 XN 0.42 0/501 0.66 0/664

15 QO 0.35 0/745 0.54 0/992

15 XO 0.39 0/745 0.54 0/992

16 QP 0.36 0/721 0.57 0/970

16 XP 0.35 0/721 0.57 0/970
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. Bond lengths Bond angles

Mol | Chain | /a7 #£|Z| =5 RMSZ #|Z| >5
17 QQ 0.35 0/847 0.54 0/1131
17 XQ 0.35 0/847 0.54 0/1131
18 QR 0.35 0/579 0.64 1/768 (0.1%)
18 XR 0.37 0/579 0.59 0/768
19 QS 0.33 0/689 0.61 0/926
19 XS 0.38 0/689 0.69 1/926 (0.1%)
20 QT 0.36 0/765 0.64 0/1007
20 XT 0.31 0/765 0.59 0/1007
21 QU 0.31 0/221 0.54 0/288
21 XU 0.31 0/221 0.62 0/288
22 RA 0.72 8/69521 (0.0%) 1.34 | 555/108529 (0.5%)
22 YA 0.80 | 28/69543 (0.0%) 1.43 | 823/108563 (0.8%)
23 RB 0.58 0/2878 1.22 15/4490 (0.3%)
23 YB 0.63 0/2878 1.28 17/4490 (0.4%)
24 RD 0.51 0/2165 0.70 0/2919
24 YD 0.58 0/2165 0.78 1/2919 (0.0%)
25 RE 0.43 0/1601 0.73 3/2160 (0.1%)
25 YE 0.46 0/1601 0.75 2/2160 (0.1%)
26 RF 0.42 0/1620 0.62 0/2194
26 YF 0.48 0/1620 0.71 1/2194 (0.0%)
27 RG 0.31 0/1499 0.57 1/2016 (0.0%)
27 YG 0.40 0/1499 0.60 0/2016
28 RH 0.29 0/1332 0.58 0/1802
28 YH 0.45 0/1332 0.73 0/1802
29 RI 0.52 0/1151 0.79 1/1558 (0.1%)
29 Y1 0.55 0/1151 0.80 0/1558
30 RN 0.41 0/1131 0.62 0/1525
30 YN 0.43 0/1131 0.64 0/1525
31 RO 0.41 0/943 0.62 1/1269 (0.1%)
31 YO 0.50 0/943 0.65 0/1269
32 RP 0.44 0/1162 0.81 1/1544 (0.1%)
32 YP 0.49 0/1162 0.90 2/1544 (0.1%)
33 RQ 0.47 0/1143 0.74 2/1527 (0.1%)
33 YQ 0.57 0/1143 0.80 1/1527 (0.1%)
34 RR 0.42 0/982 0.69 0/1312
34 YR 0.44 0/982 0.73 0/1312
35 RS 0.36 0/892 0.65 0/1187
35 YS 0.40 0/892 0.75 1/1187 (0.1%)
36 RT 0.42 0/1155 0.63 0/1542
36 YT 0.44 0/1155 0.67 0/1542
37 RU 0.40 0/982 0.65 0/1306
37 YU 0.50 0/982 0.68 0/1306
38 RV 0.38 0/790 0.61 1/1057 (0.1%)
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. Bond lengths Bond angles
Mol | Chain | o7 #1Z| >5 RMSZ #|Z| >5
38 YV 0.45 0/790 0.73 1/1057 (0.1%)
39 RW 0.49 0/911 0.67 0/1220
39 YW 0.45 0/911 0.68 0/1220
10 | RX | 047 0/739 0.62 0/993
40 YX 0.49 0/739 0.66 0/993
41 RY 0.44 0/798 0.68 0/1064
41 YY 0.46 0/798 0.70 0/1064
12 [ RZ | 058 | 1/1493 (0.1%) | 0.77 0,/2026
12 | YZ | 056 0/1493 0.79 1/2026 (0.0%)
43 RO 0.65 0/657 0.80 0/874
3 YO | 074 1/657 (0.2%) 0.90 1/874 (0.1%)
44 R1 0.44 0/770 0.66 0/1022
44 Y1 0.46 0/770 0.69 0/1022
45 R2 0.39 0/583 0.65 0/771
45 Y2 0.52 0/583 0.73 0/771
16 R3 0.35 0/474 0.57 0/635
46 Y3 0.41 0/474 0.59 0/635
17 | R4 0.33 0/594 0.68 0/795
47 Y4 0.37 0/594 0.68 0/795
48 R5 0.44 0/473 0.73 0/639
8 [ Y5 | 043 0/473 0.77 17639 (0.2%)
49 R6 0.35 0/431 0.69 0/575
19 | Y6 0.37 0/431 0.67 0/575
50 R7 0.49 0/438 0.68 0/575
50 | Y7 | 057 0/438 0.71 0/575
a1 RS 0.55 0/525 0.79 0/691
a1 Y8 0.58 0/525 0.82 0/691
52 R9 0.26 0/310 0.45 0/407
52 Y9 0.32 0/310 0.48 0/407
53 | QV | 0.85 | 1/1836 (0.1%) 1.45 24/2859 (0.8%)
53 | XV | 0.89 | 1/1836 (0.1%) | 1.54 25/2859 (0.9%)
54 | QX | 0.95 0/193 1.91 77299 (2.3%)
54 | XX | 1.12 0/193 1.83 47299 (1.3%)
55) QY 0.68 0/194 1.53 0/301
55 | XY | 0.72 0/194 1.25 1/301 (0.3%)
56 76 0.74 0/40 1.58 1/60 (1.7%)
56 78 0.92 0/40 1.50 0/60
All | Al | 0.64 | 44/316105 (0.0%) | 1.20 | 1861/472575 (0.4%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.
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Mol | Chain | #Chirality outliers | #2Planarity outliers
12 QL 0 1
12 XL 0 1
25 RE 0 1
25 YE 0 1
26 YF 0 1
28 RH 0 2
28 YH 0 2
29 RI 0 1
35 YS 0 1
42 YZ 0 2
45 Y2 0 1
47 R4 0 1
o1 R8 0 2
51 Y8 0 2
All All 0 19

The worst 5 of 44 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
53 QV 1 C OP3-P | -10.81 1.48 1.61
23 XV 1 C OP3-P | -10.09 1.49 1.61
22 YA 783 A N9-C4 | -8.12 1.32 1.37
22 YA 2542 A N9-C4 | -7.43 1.33 1.37
22 YA 1966 A N9-C4 | -7.42 1.33 1.37

The worst 5 of 1861 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
53 QV 1) C 05-P-OP2 | -13.28 93.75 105.70
22 YA 774 A C2-N3-C4 | -12.25 104.47 110.60
22 RA 1931 U N3-C2-02 | -12.05 113.77 122.20
22 YA 1332 G C6-C5-NT7 | -11.94 123.24 130.40
22 YA 450 G C5-C6-N1 | -11.37 105.81 111.50

There are no chirality outliers.

5 of 19 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
12 QL 47 LYS | Peptide
25 RE 21 | VAL | Peptide
28 RH 127 | GLU | Peptide
28 RH 153 | LYS | Peptide

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type | Group
29 RI 134 | PRO | Peptide

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 QA 32247 0 16277 775 0
1 XA 32249 0 16279 824 0
2 QB 1924 0 1975 64 0
2 XB 1924 0 1975 83 0
3 QC 1605 0 1668 o0 0
3 XC 1605 0 1668 63 0
4 QD 1703 0 1763 68 0
4 XD 1703 0 1764 48 0
3 QE 1155 0 1213 36 0
5 XE 1155 0 1213 43 0
6 QF 843 0 857 20 0
6 XF 843 0 857 23 0
7 QG 1257 0 1296 41 0
7 XG 1257 0 1296 30 0
8 QH 1116 0 1177 40 0
8 XH 1116 0 1177 32 0
9 QI 1010 0 1037 43 0
9 XI 1010 0 1037 60 0
10 QJ 801 0 849 20 0
10 XJ 801 0 849 40 0
11 QK 885 0 904 29 0
11 XK 885 0 904 33 0
12 QL 975 0 1062 43 0
12 XL 975 0 1062 47 0
13 QM 964 0 1034 46 0
13 XM 964 0 1034 62 0
14 QN 492 0 5929 27 0
14 XN 492 0 529 23 0
15 QO 734 0 771 23 0
15 X0 734 0 771 22 0
16 QP 705 0 725 21 0
16 XP 705 0 725 29 0

Continued on next page...
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4P70

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
7 | QQ 834 0 904 % 0
17 XQ 834 0 904 20 0
18 QR 574 0 644 13 0
18 XR 574 0 644 21 0
19 QS 674 0 699 39 0
19 XS 674 0 699 95 0
20 QT 763 0 861 25 0
20 XT 763 0 861 40 0
21 QU 217 0 234 12 0
21 XU 217 0 234 8 0
22 RA 62071 0 31292 1370 0
22 YA 62091 0 31301 1336 1
23 RB 2573 0 1306 o7 0
23 YB 2573 0 1306 64 1
24 RD 2115 0 2195 107 0
24 YD 2115 0 2195 106 0
25 RE 1568 0 1634 67 0
25 YE 1568 0 1634 68 0
26 RF 1585 0 1632 76 0
26 YF 1585 0 1632 64 0
27 RG 1474 0 1535 62 0
27 YG 1474 0 1535 69 0
28 RH 1307 0 1382 67 0
28 YH 1307 0 1382 62 0
29 RI 1136 0 1223 84 0
29 YI 1136 0 1223 73 0
30 RN 1104 0 1180 38 0
30 YN 1104 0 1180 o1 0
31 RO 933 0 996 23 0
31 YO 933 0 996 25 0
32 RP 1145 0 1227 79 0
32 YP 1145 0 1228 95 0
33 RQ 1122 0 1179 o8 0
33 YQ 1122 0 1179 49 0
34 RR 968 0 1033 48 0
34 YR 968 0 1033 37 0
35 RS 882 0 943 45 0
35 YS 882 0 943 43 0
36 RT 1141 0 1202 o1 0
36 YT 1141 0 1202 o6 0
37 RU 964 0 1022 36 0
37 YU 964 0 1022 o4 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
38 RV 779 0 852 24 0
38 YV 779 0 852 43 0
39 RW 900 0 964 28 0
39 YW 900 0 964 26 0
40 RX 725 0 778 31 0
40 YX 725 0 778 24 0
41 RY 785 0 878 52 0
41 YY 785 0 878 43 0
42 RZ 1461 0 1493 96 0
42 YZ 1461 0 1493 104 0
43 RO 648 0 671 37 0
43 YO0 648 0 672 41 0
44 R1 763 0 848 32 0
44 Y1 763 0 848 36 0
45 R2 581 0 629 14 0
45 Y2 581 0 629 23 0
46 R3 469 0 018 7 0
46 Y3 469 0 018 15 0
47 R4 581 0 074 30 0
47 Y4 081 0 074 76 0
48 R5 459 0 480 30 0
48 Y5 459 0 480 31 0
49 R6 424 0 450 30 0
49 Y6 424 0 450 29 0
20 R7 430 0 480 17 0
20 Y7 430 0 480 19 0
51 R8 017 0 082 36 0
51 Y8 017 0 082 43 0
52 R9 307 0 338 14 0
52 Y9 307 0 338 17 0
53 QV 1644 0 836 29 0
53 XV 1644 0 836 36 0
54 QX 173 0 88 3 0
54 XX 173 0 88 3 0
25 QY 174 0 88 4 0
95 XY 174 0 88 2 0
o6 76 74 0 ol 0 0
o6 78 74 0 ol 4 0
57 | QA 42 0 15 1 0
a7 XA 42 0 45 2 0
o8 QA 76 0 0 0 0
o8 QF 1 0 0 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
o8 QM 1 0 0 0 0
o8 QV 1 0 0 0 0
o8 RO 1 0 0 0 0
o8 R5 1 0 0 0 0
28 R8 2 0 0 0 0
o8 RA 247 0 0 0 0
o8 RB 2 0 0 0 0
o8 RD 1 0 0 0 0
o8 RE 2 0 0 0 0
o8 RF 1 0 0 0 0
o8 RP 2 0 0 0 0
o8 XA 82 0 0 0 0
o8 XB 1 0 0 0 0
o8 XM 1 0 0 0 0
o8 XV 2 0 0 0 0
o8 YO 1 0 0 0 0
o8 Y5 1 0 0 0 0
o8 YA 265 0 0 0 0
o8 YB 3 0 0 0 0
o8 YD 2 0 0 0 0
o8 YP 2 0 0 0 0
o8 YQ 1 0 0 0 0
o8 YX 1 0 0 0 0
29 QD 1 0 0 0 0
29 QN 1 0 0 0 0
29 XD 1 0 0 0 0
29 XN 1 0 0 0 0
All All 291730 0 198220 7613 1

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 16.

The worst 5 of 7613 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)
22:RA:2701:C:H3’ 22:RA:2702:U:H5” 1.27 1.07
1:XA:963:G:N3 10:XJ:55:LYS:NZ 2.02 1.07
24:YD:43:ARG:NH1 | 24:YD:44:ASN:OD1 1.86 1.06
22:YA:2701:C:H3’ 22:YA:2702:U:H5” 1.38 1.05
22:YA:1138:G:H21 | 30:YN:106:MET:HE3 1.22 1.04
grbB
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All (1) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
22:YA:1593:G:02’ | 23:YB:54:G:OP1[1_655] 2.14 0.06

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

of similar resolution.

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

analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 QB 235/256 (92%) 174 (74%) | 44 (19%) | 17 (%) 19
2 XB 235/256 (92%) 178 (76%) | 42 (18%) | 15 (6%) 23
3 QC 203,239 (85%) 163 (80%) | 34 (17%) | 6 (3%) 41
3 XC 203/239 (85%) 171 (84%) | 29 (14%) | 3 (2%) 12| 54
4 QD 206,/209 (99%) 176 (85%) | 24 (12%) | 6 (3%) 42
4 XD 206,/209 (99%) 177 (86%) | 24 (12%) | 5 (2%) 46
5 QE 149/162 (92%) 136 (91%) 8 (5%) 5 (3%) 39
5 XE 149/162 (92%) 133 (89%) | 13 (9%) 3 (2%) 49
6 QF 99/101 (98%) 95 (96%) 4 (4%) 0 |
6 | XF 99/101 (98%) 94 (95%) | 5 (5%) 0 100 [100]
7 QG 153/156 (98%) 135 (88%) | 16 (10%)
7 XG 153/156 (98%) 138 (90%) | 13 (8%)
8 QH 136,138 (99%) 121 (89%) | 14 (10%)
8 XH 136,138 (99%) 120 (88%) | 12 (9%)
9 QI 125/128 (98%) 103 (82%) | 17 (14%)
9 XT 125/128 (98%) 97 (78%) | 24 (19%)
10 QJ 97/105 (92%) 75 (TT%) | 19 (20%)
10 XJ 97/105 (92%) 79 (81%) | 13 (13%)
11 | QK 117/129 (91%) 100 (86%) | 14 (12%)
SPDE
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Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
11 XK 117/129 (91%) 101 (86%) 14 (12% 2 (2%)
12 QL 123/132 (93%) 98 (80%) 18 (15% 7 (6%)
12 XL 123/132 (93%) 98 (80%) 15 10 (8%)
13 QM 119/126 (94%) 95 (80%) 15 9 (8%)
13 XM 119/126 (94%) 94 (79%) 16 9 (8%)
14 QN 58/61 (95%) 48 (83%) 4 (7%)
14 XN 58/61 (95%) 46 (79%) 6 (10%)
15 QO 86,/89 (97%) 80 (93%) 1 (1%)
15 X0 86/89 (97%) 80 (93%) 2 (2%)
16 QP 82/88 (93%) 74 (90%) 1 (1%)
16 XP 82/88 (93%) 71 (87%) 1 1 (1%)
17 QQ 98/105 (93%) 91 (93%) 2 (2%)
17 XQ 98/105 (93%) 88 (90%) 10 0
18 QR 68/88 (77%) 56 (82%) 3 (4%)
18 XR 68/88 (77%) 61 (90%) 1 (2%)
19 QS 82/93 (88%) 56 (68%) 15 11 (13%)
19 XS 82/93 (88%) 54 (66%) 17 11 (13%)
20 QT 97/106 (92%) 76 (78%) 15 6 (6%)
20 XT 97/106 (92%) 75 (77%) 16 6 (6%)
21 QU 23/27 (85%) 19 (83%) 1 (4%)
21 XU 23/27 (85%) 18 (78%) 1 (4%)
24 RD 270/276 (98%) 226 (84%) 32 12 (4%)
24 YD 270/276 (98%) 227 (84%) 34 9 (3%)
25 RE 203/206 (98%) 147 (72%) 36 20 (10%)
25 YE 203/206 (98%) 142 (70%) 41 20 (10%)
26 RF 200/210 (95%) 167 (84%) 20 13 (6%)
26 YF 200/210 (95%) 167 (84%) 25 8 (4%)
27 RG 179/182 (98%) 139 (78%) 26 14 (8%)
27 YG 179/182 (98%) 142 (79%) 25 12 (7%)
28 RH 168/180 (93%) 114 (68%) 33 21 (12%)
28 YH 168/180 (93%) 121 (72%) 23 (14% 24 (14%)

WO RLDWIDE
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Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
29 RI 144/148 (97%) 94 (65%) 31 (22%) | 19 (13%)
29 YI 144/148 (97%) 100 (69%) 23 (16%) | 21 (15%)
30 RN 136/140 (97%) 104 (76%) 20 (15%) 12 (9%)
30 YN 136/140 (97%) 106 (78%) 16 (12%) | 14 (10%)
31 RO 120/122 (98%) 109 (91%) 9 (8%) 2 (2%)
31 YO 120/122 (98%) 108 (90%) 10 (8%) 2 (2%)
32 RP 148/150 (99%) 107 (72%) 27 (18%) | 14 (10%)
32 YP 148/150 (99%) 108 (73%) 23 (16%) | 17 (12%)
33 RQ 139/141 (99%) 99 (71%) 22 (16%) | 18 (13%)
33 YQ 139/141 (99%) 98 (70%) 22 (16%) | 19 (14%)
34 RR 116/118 (98%) 106 (91%) 5 (4%) 5 (4%)
34 YR 116/118 (98%) 99 (85%) 11 (10%) 6 (5%)
35 RS 109/112 (97%) 76 (70%) 22 (20%) | 11 (10%)
35 YS 109/112 (97%) 78 (72%) 18 (16%) | 13 (12%)
36 RT 135/146 (92%) 106 (78%) 17 (13%) 12 (9%)
36 YT 135/146 (92%) 108 (80%) 17 (13%) 10 (7%)
37 RU 115/118 (98%) 102 (89%) 9 (8%) 4 (4%)
37 YU 115/118 (98%) 101 (88%) 10 (9%) 4 (4%)
38 RV 99/101 (98%) 82 (83%) 11 (11%) 6 (6%)
38 YV 99/101 (98%) 79 (80%) 12 (12%) 8 (8%)
39 RW 111/113 (98%) 99 (89%) 8 (7%) 4 (4%)
39 YW 111/113 (98%) 100 (90%) 9 (8%) 2 (2%)
40 RX 90/96 (94%) 77 (86%) 11 (12%) 2 (2%)
40 YX 90/96 (94%) 82 (91%) 6 (7%) 2 (2%)
41 RY 100/110 (91%) 71 (71%) 13 (13%) | 16 (16%)
41 YY 100/110 (91%) 70 (70%) 18 (18%) | 12 (12%)
42 RZ 181/206 (88%) 118 (65%) 35 (19%) | 28 (16%)
42 YZ 181/206 (88%) 113 (62%) 46 (25%) | 22 (12%)
43 RO 80/85 (94%) 61 (76%) 15 (19%) 4 (5%)
43 YO 80/85 (94%) 66 (82%) 13 (16%) 1 (1%)
44 R1 95/98 (97%) 75 (79%) 11 (12%) 9 (10%)
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
44 Y1 95/98 (97%) 72 (76%) 17 (18%) 6 (6%)
45 R2 67/72 (93%) 53 (79%) 9 (13%) 5 (8%)
45 Y2 67/72 (93%) 55 (82%) 6 (9%) 6 (9%)
46 R3 57/60 (95%) 52 (91%) 3 (5%) 2 (4%)
46 Y3 57/60 (95%) 52 (91%) 4 (7%) 1 (2%)
47 R4 69/71 (97%) 35 (51%) 18 (26%) | 16 (23%)
47 Y4 69/71 (97%) 35 (51%) 15 (22%) | 19 (28%)
48 R5 57/60 (95%) 44 (77%) 11 (19%) 2 (4%)
48 Y5 57/60 (95%) 46 (81%) 9 (16%) 2 (4%)
49 R6 47/54 (87%) 23 (49%) 13 (28%) | 11 (23%)
49 Y6 47/54 (87%) 22 (47%) 17 (36%) 8 (17%)
50 R7 47/49 (96%) 45 (96%) 1 (2%) 1 (2%)
50 Y7 47/49 (96%) 43 (92%) 3 (6%) 1 (2%)
51 R8 62/65 (95%) 51 (82%) 6 (10%) 5 (8%)
o1 Y8 62/65 (95%) 48 (77%) 10 (16%) 4 (6%)
52 R9 35/37 (95%) 35 (100%) 0 0
52 Y9 35/37 (95%) 31 (89%) 4 (11%) 0
All All 11470/12128 (95%) | 9180 (80%) | 1546 (14%) | 744 (6%)

5 of 744 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 QB 236 TYR
3 QC 12 LEU
3 QC 190 ARG
4 QD 28 SER
13 QM 67 GLU

5.3.2 Protein sidechains (1)

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

resolution.

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 QB 205/220 (93%) | 172 (84%) | 33 (16%) 3] 20
2 XB 205/220 (93%) | 180 (88%) | 25 (12%) 6] 32
3 QC 159/188 (85%) | 145 (91%) | 14 (9%) 12 47
3 XC 159/188 (85%) | 146 (92%) | 13 (8%) 13 50
4 QD 180/181 (99%) | 157 (87%) | 23 (13%) 50 30
4 XD 180/181 (99%) | 154 (86%) | 26 (14%) 25
5 QE 116/123 (94%) | 104 (90%) | 12 (10%) 3] 39
5 XE 116/123 (94%) | 104 (90%) | 12 (10%) 8] 39
6 QF 90/90 (100%) 78 (87%) | 12 (13%) 29
6 XF 90/90 (100%) 82 (91%) 8 (9%) 47
7 QG 126/127 (99%) | 114 (90%) | 12 (10%)
7 XG 126/127 (99%) | 114 (90%) | 12 (10%)
8 QH | 119/119 (100%) | 109 (92%) | 10 (8%)
8 XH | 119/119 (100%) | 106 (89%) | 13 (11%)
9 QI 98/99 (99%) 81 (83%) | 17 (17%)
9 X1 98/99 (99%) 80 (82%) | 18 (18%)
10 QJ 89/92 (97%) 77 (86%) | 12 (14%)
10 XJ 89/92 (97%) 74 (83%) | 15 (17%)
11 QK 90,99 (91%) 81 (90%) 9 (10%) 9|
11 | XK 90,99 (91%) 82 (91%) 8 (9%)
12 QL 104,109 (95%) 87 (84%) | 17 (16%)
12 | XL 104/109 (95%) 93 (89%) | 11 (11%) 8

13 | QM 97/101 (96%) 73 (75%) | 24 (25%)
13 | XM 97/101 (96%) 78 (80%) | 19 (20%)
14 | QN 49/50 (98%) 40 (82%) 9 (18%)
14 | XN 49/50 (98%) 42 (86%) 7 (14%)
15 | QO 79/80 (99%) 72 (91%) 7 (9%)
15 | XO 79/80 (99%) 69 (87%) | 10 (13%)
16 | QP 72/74 (97%) 63 (88%) 9 (12%)
16 | XP 72/74 (97%) 63 (88%) 9 (12%)
17 | QQ 95/97 (98%) 87 (92%) 8 (8%)
17 | XQ 95/97 (98%) 89 (94%) 6 (6%) 211 60
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
18 QR 61/77 (79%) 50 (82%) 11 (18%)
18 XR 61/77 (79%) 52 (85%) 9 (15%)
19 QS 73/80 (91%) 59 (81%) 14 (19%)
19 XS 73/80 (91%) 57 (78%) 16 (22%)
20 QT 76/82 (93%) 67 (88%) 9 (12%)
20 XT 76/82 (93%) 66 (87%) 10 (13%)
21 QU 20/22 (91%) 20 (100%) 0
21 XU 20/22 (91%) 19 (95%) 1 (5%)
24 RD 214/218 (98%) 174 (81%) 40 (19%)
24 YD 214/218 (98%) 181 (85%) 33 (15%)
25 RE 165/166 (99%) 126 (76%) 39 (24%)
25 YE 165/166 (99%) 137 (83%) 28 (17%)
26 RF 161/166 (97%) 132 (82%) 29 (18%)
26 YF 161/166 (97%) 137 (85%) 24 (15%)
27 RG 155/156 (99%) 134 (86%) 21 (14%)
27 YG 155/156 (99%) 133 (86%) 22 (14%)
28 RH 142/148 (96%) 120 (84%) 22 (16%)
28 YH 142/148 (96%) 117 (82%) 25 (18%)
29 RI 122/124 (98%) 86 (70%) 36 (30%)
29 Y1 122/124 (98%) 85 (70%) 37 (30%)
30 RN 117/119 (98%) 97 (83%) 20 (17%)
30 YN 117/119 (98%) 96 (82%) 21 (18%)
31 RO 100/100 (100%) 90 (90%) 10 (10%)
31 YO 100/100 (100%) 88 (88%) 12 (12%)
32 RP 116/116 (100%) 85 (73%) 31 (27%)
32 YP 116/116 (100%) 82 (71%) 34 (29%)
33 RQ 111/111 (100%) 95 (86%) 16 (14%)
33 YQ 111/111 (100%) 92 (83%) 19 (17%)
34 RR 101/101 (100%) 83 (82%) 18 (18%)
34 YR 101/101 (100%) 81 (80%) 20 (20%)
35 RS 87/88 (99%) 69 (79%) 18 (21%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
35 | YS 87/88 (99%) 68 (78%) | 19 (22% sl |
36 | RT | 120/127 (94%) | 102 (85%) | 18 (15% 3| 23
36 | YT | 120/127 (94%) | 98 (82%) | 22 (18% 2|[13] |
37 | RU 93/94 (99%) 78 (84%) | 15 (16 300200 |
37 | vu 93/94 (99%) 77 (83%) | 16 (17 2| 16
38 | RV 82/82 (100%) | 66 (30%) | 16 (20 1111
38 | YV | 82/82 (100%) | 67 (82%) | 15 (18 2|l 13
39 | RW | 92/92 (100%) | 73 (79%) | 19 (21 alE
39 | YW | 92/92 (100%) | 76 (83%) | 16 (17 2|15
40 | RX 74/78 (95%) 64 (86%) | 10 (14 4| 28
10 | YX 74/78 (95%) 60 (81%) | 14 (19 2|12
a1 | RY 85/91 (93%) 63 (T4%) | 22 (26 oll5
a1 | Yy 85/91 (93%) 64 (75%) | 21 (25 116
42 | RZ | 162/179 (90%) | 131 (81%) | 31 (19% ol 11
42 | vz | 162/179 (90%) | 121 (75%) | 41 (25% oI5
43 | RO 65/67 (97%) 56 (86%) | 9 (14%) 4| o7
43 | Y0 65/67 (97%) 53 (82%) | 12 (18% 2|12
4 | R1 82/83 (99%) 73 (89%) | 9 (11% 7| 37
4| vl 82/83 (99%) 70 (85%) | 12 (15%) 3] 25
45 | R2 64/67 (96%) 57 (89%) | T (11%) 7| 37
45 | Y2 64/67 (96%) A7 (73%) | 17 (27%) oI
46 | R3 51/52 (98%) 45 (88%) | 6 (12%) 6| 33
46 | Y3 51/52 (98%) 43 (84%) | 8 (16%) 3] 21
47 | R4 63/63 (100%) | 45 (71%) | 18 (29% oll'3
47 | v4 63/63 (100%) | 43 (68%) | 20 (32% ol |2
48 | R5 51/52 (98%) 37 (72%) | 14 (28 gl
8 | Y3 51/52 (98%) 37 (72%) | 14 (28 o] 4
49 | R6 18/52 (92%) 35 (73%) | 13 (27% gl
49 | Y6 48/52 (92%) 38 (T9%) | 10 (21% alE
50 | R7 42/42 (100%) | 34 (81%) | 8 (19%) 2|12
5 | Y7 42/42 (100%) | 35 (83%) | 7 (17%) ol 18] |

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
51 RS 54/55 (98%) 44 (82%) 10 (18%) 12
51 Y8 54/55 (98%) 41 (76%) | 13 (24%) 6|
52 R9 34/34 (100%) 32 (94%) 2 (6%) 23 62
52 Y9 34/34 (100%) 32 (94%) 2 (6%) 23 62
All All 9702/10066 (96%) | 8111 (84%) | 1591 (16%) 19
5 of 1591 residues with a non-rotameric sidechain are listed below:
Mol | Chain | Res | Type
46 R3 8 LEU
8 XH 41 ARG
42 YZ 153 SER
47 R4 67 TYR
2 XB 178 ARG
Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 20 such

sidechains are listed below:

Mol | Chain | Res | Type

28 RH 147 ASN

29 RI 104 GLN

2 XB 204 ASN

25 RE 143 ASN

28 RH 143 GLN

5.3.3 RNA (O

Mol | Chain Analysed Backbone Outliers Pucker Outliers

1 QA | 1498/1522 (98%) 341 (22%) 49 (3%)

1 XA 1498/1522 (98%) 352 (23%) 40 (2%)
22 RA | 2879/2916 (98%) 747 (25%) 65 (2%)
22 YA 2880/2916 (98%) 734 (25%) 57 (1%)
23 RB 119/122 (97%) 9 (24%) 2 (1%)
23 YB 119/122 (97%) 2 (26%) 1 (0%)
53 QV 76/77 (98%) 2 (28%) 1 (1%)
53 XV 76/77 (98%) 24 (31%) 3 (3%)
54 QX 7/25 (28%) 4 (57%) 1 (14%)
54 XX 7/25 (28%) 3 (42%) 1 (14%)
55 QY 7/17 (41%) 3 (42%) 0
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Mol | Chain Analysed Backbone Outliers | Pucker Outliers
55 XY 7/17 (41%) 2 (28%) 0

56 76 1/3 (33%) 0 0

56 78 1/3 (33%) 0 0

All All 9175/9364 (97%) 2293 (24%) 220 (2%)

5 of 2293 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 QA 7 G
1 QA 9 G
1 QA | 22 G
1 QA 32 A
1 QA 39 G

5 of 220 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
22 RA | 2351 G
1 XA 244 U
22 YA 2422 A
22 RA 2439 A
22 RA | 2776 A

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

2 non-standard protein/DNA/RNA residues are modelled in this entry.

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 | |\ "1 R\i1S7 | #12] > 2 | Counts | RMSZ | #(7] > 2
56 | PPU | 26 | 76 | 56,22 ]31,4041 | 1.02 | 1 (3%) |3457,60 | 2.28 | 11 (32%)
56 | PPU | 78 | 76 | 56,22 |31,4041 | 1.05 | 2 (6%) |34,57,60| 1.93 | 10 (29%)

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
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Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
56 | PPU | 26 | 76 | 56,22 | - 0/21/43/44 | 0/4/4/1
56 | PPU | Z8 | 76 | 56,22 | - 0/21/43/44 | 0/4/4/4

All (3) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
26 78 76 | PPU | C2-C3’ | -2.41 1.49 1.53
26 78 7% | PPU | C5-C4 | 2.71 1.46 1.40
26 6 76 | PPU | C5-C4 | 3.02 1.47 1.40

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

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
o6 6 76 | PPU | C3-N3-C | -5.98 114.20 123.21
26 76 76 | PPU | N3-C2-N1 | -4.89 124.60 128.86
96 78 76 | PPU | N3-C2-N1 | -4.37 125.05 128.86
26 76 76 | PPU | C10-N6-C6 | -3.29 109.56 119.51
26 78 76 | PPU | 02-C2-C3’ | -3.05 103.55 111.07

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

1 monomer is involved in 4 short contacts:

Mol

Chain

Res

Type

Clashes

Symm-Clashes

o6

78

76

PPU

4

0

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 706 ligands modelled in this entry, 704 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
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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 | |\ " 'R\MS7 | #)2] > 2 | Counts | RMSZ | #|2] > 2
57 | PAR | QA | 1601| - 454545 1.33 | 7 (15%) | 60.67,67 | 142 | 8 (13%)
57 | PAR | XA | 1601 | - | 454545 | 137 | 6 (13%) | 60.67.67 | 136 | 5 (8%)

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.
’-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
57 | PAR QA | 1601 - - 0/18/94/94 | 0/4/4/4
57 | PAR XA | 1601 - - 0/18/94/94 | 0/4/4/4

The worst 5 of 13 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
57 QA ] 1601 | PAR | C31-C21 | 2.03 1.56 1.53
57 QA ] 1601 | PAR | C14-C24 | 2.05 1.56 1.52
57 XA | 1601 | PAR | C14-C24 | 2.16 1.56 1.52
o7 QA | 1601 | PAR | C11-C21 | 2.33 1.57 1.52
o7 QA | 1601 | PAR | O51-C11 | 2.41 1.47 1.41

The worst 5 of 13 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
o7 QA 1601 | PAR | O11-C42-C32 | -3.13 101.71 108.96
57 QA 1601 | PAR | 054-C54-C44 | -2.07 105.85 109.66
D7 QA 1601 | PAR | C22-C32-C42 | 2.04 114.77 109.54
a7 XA 1601 | PAR | C11-O51-C51 | 2.66 118.72 113.72
a7 XA 1601 | PAR | O54-C54-C64 | 2.82 111.35 106.01

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

2 monomers are involved in 3 short contacts:
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
57 QA | 1601 | PAR 1 0
57 XA 1601 | PAR 2 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 QA 1500/1522 (98%) 0.42 76 (5%) 29 20 28, 70, 146, 264 0
1 | XA | 1500/1522 (98%) 0.54 83 (5%) 26 17| | 18, 64, 151, 247 0
2 QB 237/256 (92%) 0.13 9 (3%) 41 29 48, 115, 166, 191 0
2 | XB 237/256 (92%) -0.23 1 (0%) [921187] | 35, 98, 150, 194 0
3 | QC 205/239 (85%) 0.52 10 (4%) 30 |21 | 45,105, 149,166 | 0
3 | XC 205/239 (85%) 0.15 2 (0%) |82 71 35, 78, 130, 168 0
4 QD 208/209 (99%) 0.46 10 (4%) 31 21 27,79, 119, 169 0
4 XD 208/209 (99%) 0.30 4 (1%) 67 53 34, 75, 127, 151 0
5 | QE 151/162 (93%) 0.45 7 (4%) 33 |23 37, 88, 135, 167 0
5 | XE 151,162 (93%) 0.29 3 (1%) 65 51 29, 65, 115, 148 0
6 | QF | 101/101 (100%) -0.20 1 21, 76, 112, 185 0
6 | XF | 101/101 (100%) 0.21 0 32, 72, 115, 153 0
7 | QG 155,156 (99%) 0.57 2 46, 96, 152, 185 0
7 | XG 155/156 (99%) 0.31 40, 87, 145, 167 0
8 | QH 138/138 (100%) 0.29 41, 90, 125, 153 0
8 XH 138/138 (100%) 0.28 33, 72, 108, 149 0
9 QI 127/128 (99%) 1.38 67, 109, 148, 172 0
9 X1 127/128 (99%) 0.65 28, 99, 147, 164 0
10 QJ 99/105 (94%) 0.96 29, 114, 165, 205 0
10 | XJ 99,105 (94%) 0.90 41,103, 147,171 | 0
11 | QK 119/129 (92%) 0.54 35, 79, 130, 177 0
11 | XK 119/129 (92%) 0.68 24, 71, 125, 182 0
12 | QU 125/132 (94%) 1.06 30, 70, 120, 182 0
12 | XL 125/132 (94%) 0.91 15, 58, 120, 182 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 QM 121/126 (96%) 1.20 36, 106, 144, 196 0
13 XM 121/126 (96%) 0.53 38, 88, 137, 187 0
14 QN 60/61 (98%) 2.07 58, 97, 124, 142 0
14 XN 60/61 (98%) 1.09 34, 75, 109, 125 0
15 QO 88/89 (98%) 0.01 30, 79, 123, 154 0
15 XO 88/89 (98%) 0.25 1 (1%) 80 68 28, 73, 108, 124 0
16 QP 84/88 (95%) 0.44 1 (1%) 79 66 35, 69, 107, 152 0
16 XP 84/88 (95%) 1.13 18 (21%) 34, 74, 129, 163 0
17 QQ 100/105 (95%) 1.01 14 (14%) 24, 83, 122, 140 0
17 XQ 100/105 (95%) 0.98 14 (14%) 39, 78, 113, 165 0
18 QR 70/88 (79%) 0.06 1 (1%) 26, 78, 137, 167 0
18 XR 70/88 (79%) 0.31 3 (4%) 24, 70, 120, 147 0
19 QS 84/93 (90%) 1.70 32 (38%) 68, 111, 151, 176 0
19 XS 84/93 (90%) 0.60 8 (9%) 32, 97, 148, 177 0
20 QT 99/106 (93%) 0.91 9 (9%) 34,79, 133, 144 0
20 XT 99/106 (93%) 1.62 34 (34%) 44, 88, 140, 174 0
21 QU 25/27 (92%) 3.32 20 (80% 36, 102, 144, 147 0
21 XU 25/27 (92%) 2.34 15 (60% 67, 92, 119, 132 0
22 RA 2882/2916 (98%) 0.47 146 (5% 14, 51, 198, 261 0
22 YA 2883/2916 (98%) 0.41 106 (3% 8, 43, 187, 292 0
23 RB 120/122 (98%) -0.05 1 (0%) 53, 81, 118, 144 0
23 YB 120/122 (98%) -0.03 1 (0%) |86) 76 36, 67, 98, 136 0
24 RD 272/276 (98%) 0.33 4 (1%) 74 61 9, 50, 100, 155 0
24 YD 272/276 (98%) 0.59 5(1%) 69 55 2, 42, 86, 187 0
25 RE 205/206 (99%) 0.38 7 (3%) 46 33 17, 61, 126, 193 0
25 YE 205/206 (99%) 0.19 2 (0%)182] 71 3, 56, 124, 170 0
26 RF 202/210 (96%) -0.04 01100Q§100 9,61, 124, 182 0
26 YF 202/210 (96%) 0.01 1 (0%) 190§ | 84 10, 53, 113, 148 0
27 RG 181/182 (99%) 0.49 9 (4%) 30 20 42,97, 145, 178 0
27 YG 181/182 (99%) 0.13 4 (2%) 62 48 40, 80, 130, 201 0
28 RH 170/180 (94%) 1.84 67 (39%) Jo) |1 67, 134, 177, 201 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
28 YH 170/180 (94%) -0.05 1 (0%) 189182 24, 76, 126, 177 0
29 RI 146/148 (98%) 0.05 3(2%) 64 50 24, 87, 130, 181 0
29 Y1 146/148 (98%) -0.03 3(2%) 64 50 19, 86, 127, 152 0
30 RN 138/140 (98%) 0.44 7(5%) 29 20 29, 68, 121, 174 0
30 YN 138/140 (98%) 0.11 01100 I 100 13, 56, 111, 173 0
31 RO 122/122 (100%) 0.53 3 (2%) 58 43 11, 55, 102, 158 0
31 YO 122/122 (100%) 0.90 11 (9%) | 10 9, 51, 88, 123 0
32 RP 150/150 (100%) 0.63 11 (7%) 1161 [ 11 13, 69, 133, 176 0
32 YP 150/150 (100%) 0.41 5 (3%) 47 34 12, 61, 122, 182 0
33 | RQ | 141/141 (100%) 1.22 29 (20%) 29, 71,124,164 | 0
33 YQ 141/141 (100%) 0.43 4 (2%) 53 39 16, 56, 115, 152 0
34 RR 118/118 (100%) 0.43 4 (3%) 46 33 3, 55, 102, 136 0
34 YR 118/118 (100%) 0.76 5 (4%) 37 25 27, 57, 95, 140 0
35 RS 111/112 (99%) 0.66 10 (9%) f 100047 34, 80, 124, 162 0
35 YS 111/112 (99%) 0.17 2 (1%) 69 55 27,73, 113, 138 0
36 RT 137/146 (93%) 0.53 7(5%) 29 20 27, 67, 143, 169 0
36 YT 137/146 (93%) 0.53 4 (2%) 52 38 19, 65, 135, 172 0
37 RU 117/118 (99%) 0.21 2 (1%) 70 57 12, 62, 111, 167 0
37 YU 117/118 (99%) 0.36 2 (1%) 70 57 13, 45, 111, 172 0
38 RV 101/101 (100%) 0.03 2 (1%) 65 51 16, 78, 131, 186 0
38 YV 101/101 (100%) 0.34 3(2%) 51 36 21, 68, 139, 214 0
39 RW 113/113 (100%) 0.29 1 (0%) m 73 15, 47, 106, 158 0
39 YW 113/113 (100%) 0.26 2 (1%) 69 55 16, 46, 106, 168 0
40 RX 92/96 (95%) 0.34 0 I 100 17, 56, 103, 130 0
40 YX 92/96 (95%) 0.09 0100 I 100 9, 42, 86, 138 0
41 RY 102/110 (92%) 0.41 1(0%) 82] 71 28, 86, 142, 176 0
41 YY 102/110 (92%) 0.08 1(0%) 82} 71 30, 73, 138, 185 0
42 RZ 183/206 (88%) 0.42 12 (6%) 119 |13 45, 92, 141, 160 0
42 Y7Z 183/206 (88%) -0.18 21, 82, 136, 178 0
43 RO 82/85 (96%) 0.98 9, 51, 88, 102 0
43 YO 82/85 (96%) 0.35 20, 48, 73, 92 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
44 R1 97/98 (98%) 0.82 6 (6%) 21 |14 13, 60, 144, 182 0
44 Y1 97/98 (98%) 1.05 7, 53, 136, 172 0
45 R2 69/72 (95%) -0.06 36, 77, 136, 164 0
45 Y2 69/72 (95%) -0.06 18, 57, 116, 159 0
46 R3 59/60 (98%) 0.80 2 (3%) 46 33 33, 76, 118, 142 0
46 Y3 59/60 (98%) 0.03 1(1%) 70 57 19, 57, 109, 169 0
A7 R4 71/71 (100%) 0.87 12 (16%) 61, 142, 196, 236 0
47 Y4 71/71 (100%) 0.14 5(T%) |17 |12 58, 131, 182, 223 0
48 R5 59/60 (98%) 0.42 2 (3%) 46 33 12, 66, 149, 160 0
48 Y5 59/60 (98%) 0.85 8 (13%) | 17, 64, 166, 185 0
49 R6 49/54 (90%) 4.51 44 (89%) ﬂlﬂ 101, 159, 184, 200 0
49 Y6 49/54 (90%) 3.64 42 (85%) o jo) | 95, 152, 182, 209 0
50 R7 49/49 (100%) 0.39 2 (4%) 38 26 11, 41, 95, 153 0
50 Y7 49/49 (100%) 0.42 4 (8%) 6, 33, 78, 135 0
51 RS 64/65 (98%) 0.83 6 (9%) 18, 59, 121, 163 0
51 Y8 64/65 (98%) 0.74 5 (7%) 16, 52, 108, 164 0
52 R9 37/37 (100%) 8.38 37 (100%) 92, 141, 184, 204 0
52 Y9 37/37 (100%) 5.98 37 (100%) 102, 132, 168, 182 0
53 | QV 77/77 (100%) -0.12 1 (1%) 77 64 35, 82, 137, 160 0
53 | XV 77/77 (100%) -0.07 1(1%) 77 64 11, 71, 111, 159 0
54 | QX 8/25 (32%) 0.84 44, 56, 107, 137 0
54 | XX 8/25 (32%) 1.21 37, 46, 104, 148 0
55 | QY 8/17 (47%) 1.51 62, 74, 124, 144 0
55 | XY 8/17 (47%) 0.50 54, 71, 109, 122 0
56 76 2/3 (66%) 0.81 45, 45, 45, 52 0
56 78 2/3 (66%) 1.45 30, 30, 30, 32 0
All | Al | 20861/21492 (97%) 0.50 1351 (6%) 120 [13] | 2, 66, 150, 292 0

The worst 5 of 1351 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
52 R9 11 | CYS 18.9
52 R9 37 | GLY 15.5
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Mol | Chain | Res | Type | RSRZ
52 R9 14 | CYS 15.0
52 Y9 1 MET 14.0
52 R9 36 | GLN 14.0

6.2 Non-standard residues in protein, DNA, RNA chains (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
o6 PPU 76 76 37/38 0.96 0.40 - 37,37,37,37 0
o6 PPU 78 76 37/38 0.96 0.40 - 30,30,30,30 0

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
o8 MG YA 3197 1/1 0.90 1.19 | 46.62 42,4242 42 0
58 MG YA 3218 1/1 0.84 0.82 | 40.60 59,59,59,59 0
o8 MG RA 3141 1/1 0.92 0.59 | 39.29 40,40,40,40 0
o8 MG YA 3142 1/1 0.91 0.61 28.37 31,31,31,31 0
o8 MG RA 3067 1/1 0.77 0.94 | 22.20 74,74,74,74 0
58 MG YA 3099 1/1 0.85 0.58 21.74 74,74,74,74 0
o8 MG RA 3227 1/1 0.32 0.47 | 19.65 60,60,60,60 0
o8 MG YA 3080 1/1 0.83 0.56 16.33 74,74,74,74 0
58 MG YA 3227 1/1 0.93 0.40 16.32 39,39,39,39 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
58 MG YA | 3261 1/1 0.96 0.49 | 15.80 16,16,16,16 0
58 MG RA | 3009 1/1 0.95 0.94 | 15.45 74,74,74,74 0
58 MG YA 3204 1/1 0.97 0.59 14.60 42.,42,42 42 0
58 MG RA | 3036 1/1 0.93 0.48 | 14.10 18,18,18,18 0
58 MG YA | 3260 1/1 0.94 0.71 | 12.96 74,74,74,74 0
o8 MG YA 3154 1/1 0.93 0.44 12.64 11,11,11,11 0
58 MG YA | 3216 1/1 0.87 0.34 | 10.65 55,55,55,55 0
58 MG YA | 3015 1/1 0.96 0.52 9.86 74,74,74,74 0
58 MG RA | 3007 1/1 0.96 0.42 8.62 8,8,8,8 0
58 MG YA | 3140 1/1 0.92 0.34 8.53 8,8,8,8 0
58 MG RA | 3033 1/1 0.92 0.37 8.43 6,6,6,6 0
58 MG YA | 3205 1/1 0.70 0.37 8.39 62,62,62,62 0
58 MG RA | 3188 1/1 0.87 0.48 8.05 48,48,48.,48 0
58 MG RA | 3196 1/1 0.78 0.26 7.38 63,63,63,63 0
58 | MG | YP | 201 | 1/1 098 | 1.20 | 7.10 54,54,54,54 0
58 MG YA | 3049 1/1 0.93 0.39 6.44 74,74,74,74 0
o8 MG YA 3255 1/1 0.92 0.38 6.31 12,12,12,12 0
58 MG YA | 3090 1/1 0.91 0.27 6.02 26,26,26,26 0
58 MG YA | 3207 1/1 0.85 0.34 5.83 55,55,55,55 0
58 | MG | YA |3238] 1/1 0.95 | 0.34 | 5.42 44,44 0
58 MG YA | 3206 1/1 0.92 0.27 5.40 52,52,52,52 0
58 MG RA | 3144 1/1 0.73 0.33 5.38 32,32,32,32 0
58 MG RA | 3142 1/1 0.93 0.38 5.08 20,20,20,20 0
58 MG RP 201 1/1 0.98 0.92 4.96 118,118,118,118 0
58 MG RA | 3094 1/1 0.90 0.28 4.53 16,16,16,16 0
58 | MG | XA 1620 | 1/1 091 | 0.33 | 4.49 15,15,15,15 0
o8 MG XA 1675 1/1 0.92 0.32 4.44 14,14,14,14 0
58 MG RA | 3151 1/1 0.99 0.38 4.42 3,3,3,3 0
58 MG YA | 3047 1/1 0.95 0.31 4.39 3,3,3,3 0
58 MG RA | 3225 1/1 0.74 0.39 4.28 33,33,33,33 0
58 MG RA | 3125 1/1 0.93 0.30 4.27 19,19,19,19 0
58 | MG | RA 3183 1/1 0.84 | 029 | 4.08 1L11,11,11 0
58 MG RA | 3096 1/1 0.98 0.30 4.08 17,17,17,17 0
58 MG RA | 3138 1/1 0.76 0.28 4.07 38,38,38,38 0
58 | MG | RA 3102 1/1 0.95 | 0.33 | 3.95 21,21,21,21 0
58 | MG | YA |3165| 1/1 0.83 | 022 | 3.77 L1,11 0
58 | MG | YA |3035| 1/1 091 | 0.33 | 3.7 12,12,12,12 0
58 MG YA | 3170 1/1 0.67 0.33 3.72 33,33,33,33 0
57 PAR QA 1601 | 42/42 0.92 0.35 3.64 42,42,42.42 0
58 MG RA | 3235 1/1 0.88 0.47 3.53 74,74,74,74 0
58 MG RA | 3169 1/1 0.96 0.20 3.35 13,13,13,13 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
58 | MG | QA |1631| 1/1 095 | 0.42 | 3.34 23.23,23.23 0
58 MG RA | 3039 1/1 0.96 0.29 3.09 7,7,7,7 0
58 MG YA 3164 1/1 0.81 0.39 3.04 44,4444 44 0
58 MG YA | 3180 1/1 0.99 0.24 3.01 19,19,19,19 0
58 MG YA | 3184 1/1 0.87 0.20 2.90 23,23,23,23 0
o8 MG YA 3199 1/1 0.90 0.25 2.89 12,12,12,12 0
58 | MG | RA 3175 | 1/1 0.95 | 027 | 2.85 14,14,14,14 0
58 | MG | YO0 | 101 | 1/1 0.80 | 0.42 | 2.82 74,74,74,74 0
58 | MG | RA |3093| 1/1 0.97 | 0.24 | 2.76 12,12,12,12 0
58 MG YA | 3010 1/1 0.98 0.28 2.69 15,15,15,15 0
58 MG XA | 1671 1/1 0.94 0.38 2.64 33,33,33,33 0
58 MG RA 3229 1/1 0.81 0.24 2.50 23,23,23,23 0
58 MG RA | 3164 1/1 0.78 0.30 2.30 45,45,45,45 0
o8 MG YA 3161 1/1 0.90 0.26 2.29 23,23,23,23 0
58 MG YA | 3038 1/1 0.97 0.33 2.28 16,16,16,16 0
57 | PAR XA | 1601 | 42/42 0.93 0.30 2.22 38,38,38,38 0
58 MG YA | 3237 1/1 0.93 0.32 2.04 36,36,36,36 0
58 MG YA | 3003 1/1 0.94 0.42 2.04 74,74,74,74 0
58 MG RA | 3080 1/1 0.99 0.25 2.00 10,10,10,10 0
58 MG QA | 1605 1/1 0.97 0.28 1.97 6,6,6,6 0
o8 MG YA 3252 1/1 0.94 0.36 1.89 1,1,1,1 0
o8 MG RA 3024 1/1 0.97 0.29 1.85 11,11,11,11 0
58 MG YA | 3023 1/1 0.98 0.29 1.83 18,18,18,18 0
58 MG QA | 1675 1/1 0.87 0.26 1.83 32,32,32,32 0
58 MG RA | 3238 1/1 0.90 0.24 1.79 32,32,32,32 0
58 MG YA | 3098 1/1 0.98 0.33 1.77 8,8,8,8 0
58 MG XA | 1651 1/1 0.86 0.28 1.71 33,33,33,33 0
58 MG RA | 3147 1/1 0.94 0.37 1.49 32,32,32,32 0
58 MG QA 1617 1/1 0.92 0.18 1.48 46,46,46,46 0
58 MG RA | 3031 1/1 0.92 0.36 1.47 9,9,9,9 0
58 | MG | YA 3250 | 1/1 0.84 | 0.33 | 1.42 15,15,15,15 0
58 MG YA 3012 1/1 0.90 0.29 1.41 10,10,10,10 0
58 MG YA | 3244 1/1 0.88 0.25 1.40 0,0,0,0 0
58 | MG | RA |3032| 1,1 0.96 | 0.25 | 1.35 14,14,14,14 0
58 MG XA | 1665 1/1 0.90 0.15 1.35 33,33,33,33 0
58 MG RA | 3158 1/1 0.87 0.22 1.35 15,15,15,15 0
58 MG RA 3129 1/1 0.92 0.23 1.35 21,21,21,21 0
58 MG QA | 1656 1/1 0.98 0.27 1.34 44,44,44,44 0
58 MG RA | 3092 1/1 0.92 0.32 1.34 0,0,0,0 0
58 MG RA | 3017 1/1 0.90 0.34 1.33 18,18,18,18 0
o8 MG YA 3192 1/1 0.94 0.30 1.31 21,21,21,21 0
58 | MG | RA |3029| 1,1 0.97 | 023 | 1.22 2.2,2,2 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
58 MG YA 3014 1/1 0.87 0.46 1.22 74,74,74,74 0
58 MG YA | 3108 1/1 0.94 0.30 1.12 7,7,7,7 0
58 MG XA | 1605 1/1 0.96 0.35 1.11 15,15,15,15 0
58 MG RP 202 1/1 0.98 0.43 1.08 76,76,76,76 0
58 | MG | RA 3099 | 1/1 0.97 | 031 | 1.05 1L,11,11,11 0
58 MG YD 301 1/1 0.85 0.46 0.98 74,74,74,74 0
58 MG RA | 3163 1/1 0.94 0.26 0.80 34,34,34,34 0
58 MG YA | 3119 1/1 0.94 0.24 0.77 9,9,9,9 0
58 MG RA | 3154 1/1 0.89 0.20 0.74 59,59,59,59 0
58 | MG | RD | 301 | 1,1 0.94 | 033 | 0.72 12,12,12,12 0
58 MG RA | 3130 1/1 0.86 0.20 0.67 15,15,15,15 0
58 MG QA 1619 1/1 0.95 0.25 0.65 12,12,12,12 0
58 MG RA | 3202 1/1 0.89 0.29 0.65 0,0,0,0 0
58 | MG | XA | 1653 | 1/1 0.96 | 0.37 | 0.61 42,42 42,42 0
58 | MG | RA |3137| 1/1 0.96 | 0.25 | 0.52 14,14,14,14 0
58 MG RA | 3059 1/1 0.97 0.23 0.47 8,8,8,8 0
58 MG YA | 3026 1/1 0.96 0.26 0.39 5,5,5,5 0
58 MG RA | 3026 1/1 0.96 0.24 0.38 7,0,7,7 0
58 | MG | YA 3162 1/1 0.86 | 0.35 | 0.37 1L11,11,11 0
58 MG RA | 3134 1/1 0.96 0.26 0.34 17,17,17,17 0
58 MG RA | 3054 1/1 0.95 0.25 0.25 18,18,18,18 0
58 MG XA | 1666 1/1 0.96 0.52 0.22 85,85,85,85 0
58 MG RA | 3043 1/1 0.95 0.27 0.19 10,10,10,10 0
59 ZN XD 301 1/1 1.00 0.29 0.12 10,10,10,10 0
58 MG RA | 3219 1/1 0.95 0.24 0.09 8,8,8,8 0
58 MG RA | 3041 1/1 0.96 0.26 0.07 9,9,9,9 0
58 MG RA | 3085 1/1 0.97 0.23 0.06 7,0,7,7 0
58 MG YA | 3223 1/1 0.88 0.21 0.05 34,34,34,34 0
58 MG RA | 3161 1/1 0.85 0.23 0.04 10,10,10,10 0
o8 MG QA 1612 1/1 0.92 0.28 0.04 15,15,15,15 0
58 MG YA | 3132 1/1 0.83 0.17 0.01 7,0,7,7 0
58 MG YA 3072 1/1 0.90 0.21 -0.01 22,22,22.22 0
58 MG YA | 3091 1/1 0.98 0.22 | -0.02 29,29,29,29 0
58 MG RA | 3001 1/1 0.92 0.27 | -0.02 16,16,16,16 0
58 MG YA | 3182 1/1 0.76 0.24 | -0.15 3,3,3,3 0
o8 MG YA 3115 1/1 0.92 0.22 -0.21 17,17,17,17 0
58 MG YA | 3238 1/1 0.99 0.27 | -0.26 76,76,76,76 0
58 | MG | RA | 3243 1/1 0.87 | 026 | -0.28 L1,11 0
58 MG YA | 3233 1/1 0.84 0.22 | -0.30 34,34,34,34 0
58 MG RA | 3014 1/1 0.89 0.19 | -0.32 28,28,28,28 0
58 MG QA | 1664 1/1 0.87 0.16 | -0.34 56,56,56,56 0
58 | MG | RA |3086| 1,1 0.93 | 0.22 | -0.37 22,22,22,22 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
58 MG YA | 3135 1/1 0.90 0.22 | -0.39 6,6,6,6 0
58 MG YA | 3259 1/1 0.84 0.27 | -0.39 5,9,5,5 0
58 MG YA | 3089 1/1 0.98 0.26 | -0.45 13,13,13,13 0
58 MG RA | 3192 1/1 0.97 0.24 | -0.46 17,17,17,17 0
58 MG RA | 3126 1/1 0.80 0.22 | -0.47 16,16,16,16 0
58 MG RA | 3064 1/1 0.96 0.24 | -0.49 4,4,4,4 0
58 MG XA | 1634 1/1 0.93 0.17 | -0.50 7,0,7,7 0
59 ZN QD 301 1/1 1.00 0.23 | -0.58 27,27,27,27 0
58 MG RA | 3073 1/1 0.89 0.21 | -0.60 10,10,10,10 0
58 MG YA | 3210 1/1 0.90 0.20 | -0.60 17,17,17,17 0
58 MG YA | 3103 1/1 0.94 0.25 | -0.61 8,8,8,8 0
58 MG YA 3027 1/1 0.99 0.22 -0.61 21,21,21,21 0
58 | MG | XB | 301 | 1/1 0.88 | 0.17 | -0.61 41,41 41 41 0
58 MG RA | 3146 1/1 0.91 0.16 | -0.65 25,25,25,25 0
58 MG YA | 3042 1/1 0.97 0.23 | -0.67 15,15,15,15 0
58 MG RA | 3038 1/1 0.96 0.22 | -0.69 4,444 0
o8 MG QA 1610 1/1 0.96 0.22 -0.70 21,21,21,21 0
58 MG XA | 1639 1/1 0.90 0.21 | -0.72 45,45,45,45 0
58 MG YA | 3053 1/1 0.94 0.22 | -0.72 8,8,8,8 0
58 | MG | QA 1603 | 1/1 081 | 023 | -0.73 1L11,11,11 0
58 MG YA | 3114 1/1 0.97 0.22 | -0.73 6,6,6,6 0
58 MG QA | 1669 1/1 0.95 0.20 | -0.76 18,18,18,18 0
58 MG RA | 3197 1/1 0.96 0.18 | -0.77 81,81,81,81 0
58 | MG | YA |3257| 1/1 091 | 0.26 | -0.79 14,14,14,14 0
58 MG YD 302 1/1 0.89 0.21 | -0.80 5,5,5,5 0
o8 MG YA 3024 1/1 0.94 0.24 -0.82 10,10,10,10 0
58 MG RA | 3063 1/1 0.92 024 | -0.85 19,19,19,19 0
58 MG YA | 3100 1/1 0.98 0.23 | -0.85 8,8,8,8 0
58 MG RA | 3210 1/1 0.97 0.22 | -0.87 8,8,8,8 0
58 MG RE 302 1/1 0.98 0.22 | -0.92 15,15,15,15 0
58 | MG | RA 3022 1/1 0.94 | 020 | -0.93 24,24,24,24 0
58 MG RF 301 1/1 0.89 0.22 | -1.00 13,13,13,13 0
58 MG QA | 1618 1/1 0.92 0.09 | -1.00 17,17,17,17 0
58 MG XA | 1622 1/1 0.95 0.23 | -1.01 6,6,6,6 0
58 MG RA | 3068 1/1 0.90 0.25 | -1.01 13,13,13,13 0
o8 MG RA 3111 1/1 0.96 0.20 -1.03 12,12,12,12 0
58 MG YA | 3034 1/1 0.96 0.22 | -1.05 7,7,7,7 0
58 MG XA ] 1638 1/1 0.97 0.15 | -1.05 4,444 0
58 MG R8 102 1/1 0.97 0.20 | -1.07 2,222 0
58 MG XA ] 1619 1/1 0.93 024 | -1.08 5,9,5,5 0
58 MG YA | 3050 1/1 0.97 0.23 | -1.10 5,5,5,5 0
58 MG YA | 3088 1/1 0.97 0.20 | -1.13 6,6,6,6 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
58 MG RA | 3025 1/1 0.96 0.23 | -1.18 3,3,3,3 0
58 MG QA | 1615 1/1 0.95 0.21 | -1.19 9,9,9,9 0
58 MG QA | 1642 1/1 0.94 0.18 | -1.19 38,38,38,38 0
58 MG XA 1621 1/1 0.89 0.10 -1.26 19,19,19,19 0
58 | MG | RA |3107| 1/1 0.94 | 0.17 | -1.26 2,222 0
58 MG YA | 3169 1/1 0.76 0.15 | -1.28 16,16,16,16 0
58 MG YA | 3065 1/1 0.95 0.22 | -1.28 31,31,31,31 0
58 MG QA 1641 1/1 0.94 0.14 -1.35 43,43,43,43 0
58 | MG | RA |3149| 1/1 0.94 | 0.25 | -1.38 44,44 0
58 | MG | QA | 1649 1/1 0.95 | 0.14 | -1.39 32,32,32.32 0
58 MG XA 1630 1/1 0.84 0.16 -1.40 15,15,15,15 0
58 MG RA | 3133 1/1 0.96 0.16 | -1.41 7,70,7,7 0
58 | MG | YA 30901 1/1 0.96 | 0.17 | -1.49 12,12,12,12 0
58 MG YA | 3078 1/1 0.93 0.17 | -1.50 9,9,9,9 0
58 MG RA | 3195 1/1 0.95 0.14 | -1.52 77,77 0
58 MG RA | 3246 1/1 0.97 0.17 | -1.54 33,33,33,33 0
58 MG YX 101 1/1 0.96 0.19 | -1.55 47,4747 .47 0
58 | MG | QA 1632 1/1 0.89 | 0.17 | -1.56 42,4242 42 0
59 ZN QN 101 1/1 0.99 0.07 | -1.58 86,86,86,86 0
o8 MG QA 1622 1/1 0.93 0.09 -1.59 12,12,12,12 0
58 MG YA | 3058 1/1 0.93 0.17 | -1.59 20,20,20,20 0
o8 MG RA 3232 1/1 0.82 0.11 -1.61 15,15,15,15 0
o8 MG YA 3110 1/1 0.97 0.14 -1.61 4444 0
58 MG YA | 3124 1/1 0.94 0.23 | -1.63 6,6,6,6 0
58 MG RA 3211 1/1 0.97 0.20 -1.64 16,16,16,16 0
58 | MG | YA 3044 1/1 0.97 | 024 | -1.64 2,222 0
58 | MG | YB | 203 | 1/1 0.97 | 0.14 | -1.65 4444 0
58 MG RA 3104 1/1 0.92 0.18 -1.65 11,11,11,11 0
58 MG QA | 1676 1/1 0.93 0.14 | -1.66 13,13,13,13 0
58 MG YA | 3056 1/1 0.91 0.22 | -1.68 5,5,5,5 0
58 | MG | RA | 3117 1/1 0.97 | 0.12 | -1.70 1L11,11,11 0
58 MG RA | 3213 1/1 0.96 0.13 | -1.71 9,9,9,9 0
58 MG YA | 3007 1/1 0.95 0.16 | -1.72 8,8,8,8 0
58 MG RA | 3077 1/1 0.97 0.19 | -1.76 6,6,6,6 0
58 MG RA | 3082 1/1 0.98 0.18 | -1.77 10,10,10,10 0
o8 MG XA 1627 1/1 0.94 0.17 -1.77 12,12,12,12 0
o8 MG XA 1660 1/1 0.95 0.19 -1.78 22,22.22.22 0
58 | MG | RA | 3127 1/1 0.94 | 0.16 | -1.79 22,22,22.22 0
58 | MG | YA |3153| 1/1 0.93 | 0.11 | -1.79 14,14,14,14 0
58 MG XA | 1636 1/1 0.88 0.18 | -1.83 8,8,8,8 0
58 MG XA | 1672 1/1 0.87 0.19 | -1.88 16,16,16,16 0
58 MG YA | 3068 1/1 0.97 0.19 | -1.92 20,20,20,20 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
58 MG RA | 3215 1/1 0.90 0.09 | -1.92 13,13,13,13 0
59 ZN XN 101 1/1 0.98 0.12 | -1.93 70,70,70,70 0
58 MG RA | 3155 1/1 0.91 0.16 | -2.00 54,54,54,54 0
58 MG YP 202 1/1 0.92 0.10 -2.04 1,1,1,1 0
58 MG QA | 1621 1/1 0.74 0.21 | -2.05 38,38,38,38 0
58 MG XA | 1656 1/1 0.86 0.20 | -2.06 17,17,17,17 0
58 MG QA | 1646 1/1 0.95 0.16 | -2.09 28,28,28,28 0
58 MG YA | 3086 1/1 0.97 0.20 | -2.11 3,3,3,3 0
58 MG YA | 3136 1/1 0.94 0.17 | -2.13 0,0,0,0 0
58 | MG | XA |1609| 1,1 0.92 | 0.09 | -2.14 51,51,51,51 0
58 | MG | QA | 1657 | 1/1 096 | 0.12 | -2.14 19,19,19,19 0
58 MG RA | 3166 1/1 0.96 0.23 | -2.20 5,5,5,5 0
58 MG XA | 1616 1/1 0.97 0.18 | -2.20 5,9,5,5 0
58 MG QA | 1662 1/1 0.95 0.12 | -2.21 0,0,0,0 0
o8 MG YA 3241 1/1 0.95 0.17 -2.21 18,18,18,18 0
58 MG RB 201 1/1 0.95 0.08 | -2.23 16,16,16,16 0
58 MG RA | 3019 1/1 0.95 0.11 | -2.25 8,8,8,8 0
58 MG YA | 3006 1/1 0.97 0.16 | -2.26 26,26,26,26 0
58 MG YA | 3025 1/1 0.97 0.13 | -2.28 16,16,16,16 0
o8 MG YA 3113 1/1 0.96 0.22 -2.29 17,17,17,17 0
58 MG RA | 3040 1/1 0.98 0.20 | -2.33 13,13,13,13 0
o8 MG YA 3032 1/1 0.94 0.22 -2.41 1,1,1,1 0
58 | MG | YA |3073| 1/1 0.98 | 0.10 | -2.43 44,44 0
58 | MG | Qv | 101 | 1/1 0.98 | 0.20 | -2.44 92.22,22,22 0
58 | MG | XA 1629 1/1 0.95 | 023 | -2.46 44,44 0
o8 MG XA 1683 1/1 0.94 0.10 -2.46 10,10,10,10 0
58 MG RA | 3090 1/1 0.95 0.20 | -2.57 6,6,6,6 0
58 MG QA 1616 1/1 0.92 0.14 -2.57 52,52,52,52 0
58 MG RA | 3128 1/1 0.98 0.11 | -2.59 9,9,9,9 0
58 MG XA | 1642 1/1 0.90 0.16 | -2.67 47,4747 .47 0
58 | MG | RA | 3189 1/1 0.96 | 0.12 | -2.69 14,14,14,14 0
58 MG XA | 1649 1/1 0.96 0.13 | -2.70 17,17,17,17 0
58 MG RA | 3136 1/1 0.90 020 | -2.74 5,5,5,5 0
58 MG QM 201 1/1 0.94 0.06 | -2.75 51,51,51,51 0
58 MG RA | 3070 1/1 0.96 0.17 | -2.79 4,4.4.4 0
58 MG RA | 3069 1/1 0.97 0.17 | -2.85 19,19,19,19 0
58 | MG | QA | 1648 | 1/1 0.96 | 0.12 | -2.85 43,4343 43 0
58 MG QA 1614 1/1 0.98 0.13 -2.86 2,2,2,2 0
58 MG RA | 3179 1/1 0.95 0.14 | -2.87 4,444 0
58 MG YA | 3129 1/1 0.97 0.16 | -2.90 20,20,20,20 0
58 MG YA | 3028 1/1 0.91 0.19 | -2.93 15,15,15,15 0
o8 MG XA 1661 1/1 0.94 0.09 -2.93 2,2,2,2 0

Continued on next page...



Page 86 wwPDB X-ray Structure Validation Summary Report 4P70

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
58 MG RA | 3112 1/1 0.97 0.18 | -2.95 7,7,7,7 0
58 MG YA | 3183 1/1 0.86 0.12 | -2.96 19,19,19,19 0
58 | MG | YA |3033] 1,1 0.97 | 0.17 | 2.08 12,12,12,12 0
58 MG RA | 3027 1/1 0.95 0.21 | -3.01 15,15,15,15 0
58 MG RA | 3121 1/1 0.92 0.17 | -3.02 36,36,36,36 0
58 MG YA | 3039 1/1 0.97 0.17 | -3.03 20,20,20,20 0
58 MG RA | 3060 1/1 0.96 0.20 | -3.03 15,15,15,15 0
58 MG XA 1637 1/1 0.92 0.16 -3.04 14,14,14,14 0
o8 MG YA 3137 1/1 0.91 0.11 -3.04 10,10,10,10 0
58 MG RA | 3174 1/1 0.99 0.06 | -3.06 17,17,17,17 0
58 | MG | RA | 3167 1/1 0.96 | 0.18 | -3.10 L1,11 0
58 | MG | RA 3084 1/1 0.96 | 020 | -3.11 14,14,14,14 0
o8 MG XA 1611 1/1 0.92 0.15 -3.18 11,11,11,11 0
58 MG YA | 3176 1/1 0.90 0.13 | -3.21 45,45,45,45 0
58 | MG | YA |al12]| 1,1 091 | 0.17 | -3.25 13,13,13,13 0
58 MG RA | 3061 1/1 0.97 0.16 | -3.32 0,0,0,0 0
58 MG YA | 3009 1/1 0.98 0.17 | -3.38 15,15,15,15 0
58 | MG | RA | 3159 1/1 0.87 | 0.12 | -3.42 23,23,23.23 0
o8 MG YA 3125 1/1 0.97 0.14 -3.44 11,11,11,11 0
58 MG RA | 3052 1/1 0.97 0.17 | -3.56 1,111 0
58 MG YA | 3144 1/1 0.77 0.15 | -3.62 6,6,6,6 0
58 MG YA | 3167 1/1 0.97 0.12 | -3.63 15,15,15,15 0
58 | MG | YA |3074| 1/1 0.94 | 0.12 | -3.80 11,11 0
58 | MG | XA | 1644 | 1/1 0.99 | 0.13 | -3.81 14,44 0
58 | MG | YA 3070 | 1/1 0.94 | 020 | -3.82 L1,11 0
58 MG RA | 3050 1/1 0.97 0.18 | -3.86 9,9,9,9 0
58 MG XA ] 1626 1/1 0.94 0.13 | -3.90 15,15,15,15 0
58 | MG | RA |3057| 1/1 0.97 | 0.14 | 3.4 44,44 0
58 | MG | YA |3159| 1/1 0.93 | 0.15 | -3.97 12,12,12,12 0
o8 MG YA 3017 1/1 0.98 0.14 -4.08 11,11,11,11 0
58 MG QA 1607 1/1 0.98 0.15 -4.12 22,22,22.22 0
58 MG XA | 1613 1/1 0.93 0.12 | -4.14 8,8,8,8 0
o8 MG XA 1635 1/1 0.82 0.17 -4.15 26,26,26,26 0
58 | MG | RA |3135| 1/1 091 | 0.13 | 419 12,12,12,12 0
58 MG YA | 3138 1/1 0.98 0.18 | -4.23 6,6,6,6 0
o8 MG QA 1611 1/1 0.98 0.11 -4.31 1,1,1,1 0
58 | MG | RA |3120] 1/1 089 | 0.18 | -4.32 44,44 0
58 | MG | YA |3166| 1/1 0.97 | 0.12 | -4.49 1L11,11,11 0
58 | MG | YA |3106| 1/1 094 | 0.15 | -4.64 16,16,16,16 0
58 MG QA | 1623 1/1 0.98 0.13 | -4.75 46,46,46,46 0
58 MG RA | 3217 1/1 0.96 0.09 | -4.88 8,8,8,8 0
58 MG QA | 1652 1/1 0.96 0.10 | -4.89 13,13,13,13 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
58 MG YA | 3189 1/1 0.96 0.07 | -4.93 30,30,30,30 0
58 MG XA | 1659 1/1 0.96 0.12 | -5.11 36,36,36,36 0
58 | MG | YA |3048| 1,1 0.96 | 0.15 | -5.13 44,44 0
58 MG RA | 3079 1/1 0.96 0.07 | -5.24 25,25,25,25 0
58 MG RA | 3045 1/1 0.96 0.15 | -5.36 2,222 0
58 MG XA | 1615 1/1 0.95 0.08 | -5.78 19,19,19,19 0
58 MG XA | 1673 1/1 0.95 0.12 | -5.93 6,6,6,6 0
58 | MG | QA | 1638 1,1 0.98 | 0.10 | -6.08 14,14,14,14 0
58 MG RA | 3047 1/1 0.98 0.15 | -6.16 19,19,19,19 0
58 MG XV 101 1/1 0.98 0.12 | -6.33 3,3,3,3 0
58 MG YA 3174 1/1 0.75 0.12 -6.62 10,10,10,10 0
58 MG YA | 3016 1/1 0.94 0.10 | -6.92 7,0,7,7 0
58 MG XA ] 1623 1/1 0.96 0.05 | -7.40 28,28,28,28 0
58 MG YA | 3117 1/1 0.96 0.11 | -7.55 28,28,28,28 0
58 MG QA | 1608 1/1 0.98 0.06 | -8.26 4,4.4.4 0
58 MG RA | 3190 1/1 0.94 0.07 | -8.27 40,40,40,40 0
58 MG YA | 3104 1/1 0.97 0.09 | -9.49 0,0,0,0 0
58 MG YA | 3212 1/1 0.96 0.09 | -9.86 10,10,10,10 0
58 MG YA | 3107 1/1 0.98 0.17 | -10.02 9,9,9,9 0
58 MG YA | 3111 1/1 0.99 0.08 | -10.36 26,26,26,26 0
58 MG QA | 1665 1/1 0.94 0.09 - 37,37,37,37 0
58 MG RA | 3245 1/1 0.94 0.36 - 7,7,7,7 0
58 MG YA | 3043 1/1 0.96 0.28 - 5,5,5,5 0
58 MG RA | 3003 1/1 0.92 0.18 - 4,444 0
58 MG RA | 3097 1/1 0.96 0.21 - 5,5,5,5 0
58 MG XA | 1648 1/1 0.94 0.16 - 19,19,19,19 0
58 | MG | RA |3062| 1/1 0.93 | 0.36 ; 21,21,21,21 0
58 MG RA | 3072 1/1 0.91 0.29 - 18,18,18,18 0
58 MG YA | 3105 1/1 0.86 0.19 - 19,19,19,19 0
58 MG XA | 1679 1/1 0.77 0.18 - 18,18,18,18 0
58 MG XM 201 1/1 0.58 0.35 - 98,98,98,98 0
58 MG YA | 3102 1/1 0.88 0.10 - 8,8,8,8 0
58 MG RA | 3074 1/1 0.86 0.20 - 6,6,6,6 0
58 MG XA | 1657 1/1 0.97 0.18 - 19,19,19,19 0
58 MG RA | 3106 1/1 0.93 0.14 - 6,6,6,6 0
58 MG RA | 3098 1/1 0.98 0.12 - 10,10,10,10 0
58 MG YA | 3151 1/1 0.83 0.21 - 3,3,3,3 0
58 MG RA | 3005 1/1 0.86 0.22 - 24,24,24,24 0
58 MG RA | 3145 1/1 0.97 0.17 - 3,3,3,3 0
58 MG YA | 3126 1/1 0.78 0.15 - 0,0,0,0 0
58 MG RA | 3186 1/1 0.94 0.28 - 17,17,17,17 0
58 MG YA | 3030 1/1 0.95 0.61 - 18,18,18,18 0

Continued on next page...



Page 88

wwPDB X-ray Structure Validation Summary Report 4P70

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
o8 MG RA 3110 1/1 0.98 0.13 - 19,19,19,19 0
o8 MG XA 1606 1/1 0.95 0.23 - 3,3,3,3 0
o8 MG XA 1617 1/1 0.90 0.36 - 74,74,74,74 0
o8 MG RA 3122 1/1 0.94 0.15 - 2,5,9,5 0
o8 MG QA 1653 1/1 0.87 0.17 - 0,0,0,0 0
o8 MG YA 3181 1/1 0.87 0.26 - 0,0,0,0 0
o8 MG RA 3204 1/1 0.71 0.24 - 50,50,50,50 0
o8 MG XA 1669 1/1 0.95 0.06 - 55,55,55,59 0
o8 MG RA 3208 1/1 0.91 0.16 - 30,30,30,30 0
58 | MG | YA | 3158 1/1 0.90 | 0.36 - 91,21,21,21 0
o8 MG RA 3244 1/1 0.97 0.17 - 0,0,0,0 0
58 | MG | RA |3115| 1/1 0.94 | 0.26 - 91,21,21,21 0
o8 MG RA 3184 1/1 0.92 0.35 - 23,23,23,23 0
o8 MG YA 3152 1/1 0.92 0.24 - 27,27,27,27 0
o8 MG YA 3020 1/1 0.94 0.40 - 8,8,8,8 0
o8 MG YA 3229 1/1 0.98 0.15 - 14,14,14,14 0
o8 MG RA 3173 1/1 0.93 0.28 - 35,35,35,35 0
o8 MG YA 3045 1/1 0.96 0.25 - 2,5,9,5 0
o8 MG RA 3220 1/1 0.85 0.15 - 13,13,13,13 0
o8 MG QA 1602 1/1 0.91 0.21 - 6,6,6,6 0
o8 MG YA 3188 1/1 0.92 0.13 - 13,13,13,13 0
o8 MG XA 1658 1/1 0.86 0.14 - 3,3,3,3 0
o8 MG YA 3156 1/1 0.89 0.56 - 29,29,29,29 0
o8 MG YA 3087 1/1 0.98 0.19 - 9,5,9,5 0
o8 MG RA 3200 1/1 0.98 0.12 - 9,9,9,9 0
o8 MG YA 3083 1/1 0.98 0.25 - 2,5,9,5 0
o8 MG YA 3254 1/1 0.79 0.29 - 16,16,16,16 0
o8 MG RA 3247 1/1 0.78 0.29 - 9,9,9,9 0
o8 MG YA 3214 1/1 0.66 0.68 - 50,50,50,50 0
28 MG QA 1672 1/1 0.86 0.32 - 19,19,19,19 0
o8 MG YA 3209 1/1 0.97 0.14 - 7,0,7,7 0
58 | MG | RA |3071| 1/1 0.95 | 0.24 - 11,11,11,11 0
o8 MG QA 1626 1/1 0.92 0.11 - 17,17,17,17 0
o8 MG RA 3091 1/1 0.98 0.28 - 9,9,9,9 0
o8 MG YA 3093 1/1 0.92 0.27 - 10,10,10,10 0
58 | MG | YA | 3177 | 1/1 0.96 | 0.13 - 44,44 0
o8 MG YA 3008 1/1 0.95 0.24 - 8,8,8,8 0
o8 MG RA 3100 1/1 0.96 0.13 - 0,0,0,0 0
58 | MG | RA | 3182 1/1 0.73 | 0.39 - 99.22.92.99 0
o8 MG RA 3116 1/1 0.97 0.11 - 8,8,8,8 0
o8 MG XA 1647 1/1 0.92 0.12 - 22,22,22,22 0
58 | MG | YA |3141| 1/1 0.93 | 0.13 . 19,19,19,19 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
58 MG RA | 3087 1/1 0.99 0.18 - 10,10,10,10 0
o8 MG XA 1667 1/1 0.84 0.21 - 34,34,34,34 0
58 MG RA | 3123 1/1 0.96 0.08 - 10,10,10,10 0
58 MG YA | 3095 1/1 0.97 0.20 - 19,19,19,19 0
58 MG YA | 3249 1/1 0.85 0.33 - 20,20,20,20 0
58 MG YA | 3067 1/1 0.96 0.27 - 17,17,17,17 0
58 MG RA | 3081 1/1 0.96 0.39 - 18,18,18,18 0
58 | MG | YA |3163| 1,1 0.89 | 0.29 _ 21,21,21,21 0
58 | MG | YA |3193] 1,1 0.94 | 0.08 _ 14,14,14,14 0
58 MG YA | 3077 1/1 0.96 0.25 - 6,6,6,6 0
58 MG RA | 3132 1/1 0.97 0.20 - 9,9,9,9 0
58 MG RA | 3046 1/1 0.96 0.36 - 24,24,24,24 0
58 MG XA | 1663 1/1 0.88 0.21 - 32,32,32,32 0
58 MG YA 3148 1/1 0.99 0.12 - 15,15,15,15 0
58 | MG | RA |3020]| 1,1 0.98 | 0.20 _ 44,44 0
58 MG YA | 3051 1/1 0.92 0.25 - 13,13,13,13 0
58 MG QA | 1658 1/1 0.90 0.16 - 39,39,39,39 0
58 | MG | YA 3054 1/1 0.91 | 026 ; 14,14,14,14 0
58 | MG | YA 3036 | L1/1 0.91 | 0.28 ; 1L,11,11,11 0
58 MG QA | 1637 1/1 0.96 0.09 - 17,17,17,17 0
58 | MG | QA | 1645| 1,1 0.87 | 0.29 _ 44,44 0
58 MG QA | 1628 1/1 0.94 0.26 - 10,10,10,10 0
58 | MG | XA | 1643 | 1/1 0.94 | 0.34 _ 74,74,74,74 0
58 MG RA | 3037 1/1 0.98 0.88 - 74,74,74,74 0
58 MG XA 1641 1/1 0.93 0.24 - 11,11,11,11 0
o8 MG YA 3243 1/1 0.93 0.21 - 13,13,13,13 0
58 MG YA | 3037 1/1 0.97 0.14 - 16,16,16,16 0
58 MG XA | 1668 1/1 0.98 0.13 - 0,0,0,0 0
58 | MG | RA |3051| 1,1 0.91 | 0.31 _ 1,1,1,1 0
o8 MG YA 3226 1/1 0.89 0.14 - 11,11,11,11 0
58 MG RA | 3236 1/1 0.97 0.37 - 13,13,13,13 0
58 | MG | RA | 3176 | 1/1 0.97 | 0.06 ; 21,21,21,21 0
58 MG YB 201 1/1 0.89 0.25 - 33,33,33,33 0
58 MG QA | 1640 1/1 0.89 0.27 - 13,13,13,13 0
58 MG YB 202 1/1 0.88 0.33 - 19,19,19,19 0
58 MG RA | 3089 1/1 0.96 0.16 - 6,6,6,6 0
58 MG XA ] 1610 1/1 0.90 0.21 - 6,6,6,6 0
58 MG YA | 3005 1/1 0.96 0.22 - 26,26,26,26 0
58 | MG | RA | 3218 1/1 0.92 | 0.12 ; 17171717 0
58 MG QA | 1673 1/1 0.91 0.24 - 9,9,9,9 0
58 MG YA | 3120 1/1 0.86 0.29 - 46,46,46,46 0
58 | MG | YA |3222] 1/1 0.81 | 0.19 _ 13,13,13,13 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
58 | MG | RA |3105]| 1/1 0.83 | 0.15 _ 14,14,14,14 0
58 MG RA | 3205 1/1 0.86 0.46 - 17,17,17,17 0
o8 MG YA 3234 1/1 0.85 0.22 - 17,17,17,17 0
58 MG YA | 3001 1/1 0.94 0.20 - 23,23,23,23 0
58 MG YA | 3046 1/1 0.94 0.50 - 74,74,74,74 0
58 MG QA | 1630 1/1 0.95 0.17 - 7,0,7,7 0
58 | MG | RA 3049 | 1/1 0.97 | 0.23 ; 12,12,12,12 0
58 MG QA | 1627 1/1 0.91 0.18 - 30,30,30,30 0
58 MG RB 202 1/1 0.98 0.13 - 29,29,29,29 0
58 MG YA | 3168 1/1 0.99 0.26 - 3,3,3,3 0
58 MG RA | 3180 1/1 0.92 0.24 - 17,17,17,17 0
58 MG XA ] 1640 1/1 0.93 0.26 - 27,27,27,27 0
58 MG YA | 3055 1/1 0.93 0.28 - 6,6,6,6 0
58 MG RA | 3053 1/1 0.97 0.10 - 2,2,2,2 0
58 MG QA | 1613 1/1 0.95 0.36 - 8,8,8,8 0
58 MG RA | 3185 1/1 0.93 0.22 - 16,16,16,16 0
58 MG XA | 1632 1/1 0.83 0.14 - 9,9,9,9 0
58 MG YA | 3264 1/1 0.91 0.35 - 5,5,5,5 0
58 MG RA | 3198 1/1 0.90 0.19 - 26,26,26,26 0
58 MG YA | 3019 1/1 0.95 0.34 - 13,13,13,13 0
58 MG RA 3224 1/1 0.92 0.83 - 142,142,142,142 0
58 MG RA | 3231 1/1 0.93 0.17 - 16,16,16,16 0
58 MG RO 101 1/1 0.93 0.09 - 2,2,2,2 0
58 MG QA | 1620 1/1 0.97 0.10 - 3,3,3,3 0
58 MG RA | 3021 1/1 0.98 0.22 - 18,18,18,18 0
o8 MG XA 1614 1/1 0.98 0.10 - 21,21,21,21 0
58 MG RA | 3075 1/1 0.93 0.14 - 9,9,9,9 0
58 | MG | YA |3097| 1,1 0.97 | 0.14 _ 11,11,11,11 0
58 MG YA | 3031 1/1 0.94 0.18 - 5,9,5,5 0
58 MG RA | 3206 1/1 0.96 0.14 - 5,5,5,5 0
58 MG RA | 3233 1/1 0.79 0.22 - 42,42.42 42 0
58 MG QA | 1674 1/1 0.88 0.18 - 8,8,8,8 0
58 MG QA | 1677 1/1 0.83 0.19 - A7.47,47,47 0
58 MG QA | 1631 1/1 0.98 0.14 - 50,50,50,50 0
58 MG YA | 3133 1/1 0.84 0.25 - 32,32,32,32 0
58 | MG | YA |3062| 1,1 0.97 | 0.20 _ 44,44 0
58 MG YA | 3203 1/1 0.78 0.18 - 18,18,18,18 0
58 MG QA 1624 1/1 0.95 0.12 - 26,26,26,26 0
58 MG XA | 1645 1/1 0.97 0.18 - 5,9,5,5 0
58 MG YA | 3200 1/1 0.88 0.15 - 6,6,6,6 0
58 MG RA | 3095 1/1 0.93 0.25 - 18,18,18,18 0
58 MG YA | 3236 1/1 0.83 0.23 - 18,18,18,18 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
58 MG RA | 3223 1/1 0.89 0.32 - 54,54,54,54 0
58 MG RA | 3239 1/1 0.98 0.23 - 0,0,0,0 0
58 MG YA | 3040 1/1 0.93 0.17 - 19,19,19,19 0
58 | MG | XA | 1681 1/1 0.84 | 0.20 ; 31,31,31,31 0
58 MG QA | 1668 1/1 0.90 0.17 - 0,0,0,0 0
58 MG RA | 3140 1/1 0.92 0.32 - 34,34,34,34 0
58 MG XA | 1607 1/1 0.90 0.28 - 7,0,7,7 0
58 MG RA | 3168 1/1 0.96 0.19 - 3,3,3,3 0
58 MG YA | 3143 1/1 0.96 0.09 - 0,0,0,0 0
o8 MG QA 1629 1/1 0.94 0.20 - 11,11,11,11 0
58 MG YA | 3139 1/1 0.92 0.15 - 8,8,8,8 0
58 MG RA | 3241 1/1 0.91 0.13 - 8,8,8,8 0
58 | MG | XA | 1654 1/1 0.94 | 0.27 ; 54,54,54,54 0
58 MG RA | 3016 1/1 0.99 0.18 - 8,8,8,8 0
58 | MG | RA | 3216 1,1 0.80 | 0.28 _ 2,2,2,2 0
58 | MG | RA |3181| 1,1 0.93 | 0.33 _ 21,21,21,21 0
58 MG YA | 3118 1/1 0.86 0.35 - 8,8,8,8 0
58 | MG | XA | 1646 | 1/1 0.87 | 0.14 ; 21,21,21,21 0
58 MG QA | 1633 1/1 0.95 0.23 - 15,15,15,15 0
58 MG YA | 3085 1/1 0.97 0.25 - 17,17,17,17 0
58 | MG | YA |3130] 1,1 0.78 | 0.25 _ 21,21,21,21 0
o8 MG YA 3131 1/1 0.98 0.14 - 16,16,16,16 0
58 MG XA | 1618 1/1 0.95 0.12 - 0,0,0,0 0
58 MG RA | 3118 1/1 0.98 0.24 - 16,16,16,16 0
58 MG YA | 3002 1/1 0.94 0.22 - 0,0,0,0 0
o8 MG XA 1664 1/1 0.92 0.19 - 22,22.22.22 0
58 MG YA | 3246 1/1 0.85 0.22 - 0,0,0,0 0
58 MG YA | 3011 1/1 0.91 0.20 - 9,9,9,9 0
o8 MG YA 3116 1/1 0.80 0.22 - 14,14,14,14 0
o8 MG YA 3219 1/1 0.91 0.42 - 22,22.22.22 0
58 MG YA | 3201 1/1 0.98 0.14 - 57,57,57,57 0
58 MG YA | 3109 1/1 0.97 0.08 - 10,10,10,10 0
58 MG RA | 3194 1/1 0.98 0.25 - 0,0,0,0 0
58 | MG | YA 3220 1/1 0.94 | 0.16 ; L1,11 0
58 MG YA 3160 1/1 0.92 0.14 - 16,16,16,16 0
58 MG RA | 3160 1/1 0.92 0.19 - 19,19,19,19 0
58 MG RA | 3221 1/1 0.60 0.23 - 30,30,30,30 0
58 MG YA | 3194 1/1 0.90 0.26 - 36,36,36,36 0
58 MG YA | 3221 1/1 0.97 0.08 - 19,19,19,19 0
58 | MG | YA 3004 1/1 0.96 | 0.15 ; 1L,11,11,11 0
58 MG YA | 3081 1/1 0.90 0.29 - 10,10,10,10 0
58 | MG | YA |3075| 1/1 089 | 0.15 _ 12,12,12,12 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
58 | MG | RA | 3042 | 1/1 0.95 | 0.23 _ 1,111 0
58 MG RA | 3006 1/1 0.81 0.41 - 10,10,10,10 0
58 MG RA | 3209 1/1 0.73 0.25 - 47,4747 .47 0
58 MG YA | 3122 1/1 0.97 0.15 - 9,9,9,9 0
58 MG RA | 3242 1/1 0.90 0.32 - 13,13,13,13 0
58 MG YA | 3247 1/1 0.88 0.49 - 34,34,34,34 0
o8 MG QA 1644 1/1 0.96 0.11 - 26,26,26,26 0
58 | MG | YA |3239| 1/1 0.90 | 0.17 _ 41,41,41,41 0
58 MG RA | 3162 1/1 0.92 0.52 - 18,18,18,18 0
58 MG YA | 3013 1/1 0.88 0.32 - 3,3,3,3 0
58 MG RA | 3114 1/1 0.95 0.16 - 10,10,10,10 0
58 MG YQ 201 1/1 0.88 0.11 - 90,90,90,90 0
58 MG YA | 3101 1/1 0.98 0.32 - 5,9,5,5 0
58 MG YA | 3179 1/1 0.81 0.23 - 26,26,26,26 0
58 MG XA | 1625 1/1 0.97 0.11 - 5,5,5,5 0
58 | MG | YA |3187| 1/1 0.88 | 0.29 _ 41,41,41,41 0
58 MG RA | 3030 1/1 0.97 0.19 - 8,8,8,8 0
58 MG RA | 3013 1/1 0.77 0.27 - 29,29,29,29 0
58 MG YA | 3190 1/1 0.92 0.15 - 8,8,8,8 0
58 | MG | YA |3155| 1/1 0.84 | 0.24 ; 45.45,45.45 0
58 MG QA | 1647 1/1 0.92 0.32 - 38,38,38,38 0
58 | MG | XA | 1674| 1/1 0.96 | 0.17 _ 44,44 0
58 MG QF 201 1/1 0.91 0.25 - 36,36,36,36 0
58 | MG | RA |3139]| 1/1 0.98 | 0.19 _ 12,12,12,12 0
58 MG YA | 3128 1/1 0.98 0.46 - 6,6,6,6 0
58 MG RA | 3153 1/1 0.96 0.12 - 0,0,0,0 0
58 MG YA | 3232 1/1 0.98 0.24 - 35,35,35,35 0
58 MG YA | 3231 1/1 0.93 0.20 - 34,34,34,34 0
58 MG RA | 3240 1/1 0.95 0.29 - 5,9,5,5 0
58 | MG | YA |3079| 1/1 0.96 | 0.19 _ 22,22,22,22 0
58 MG YA | 3147 1/1 0.95 0.27 - 9,9,9,9 0
58 MG QA | 1661 1/1 0.98 0.16 - 50,50,50,50 0
o8 MG YA 3240 1/1 0.96 0.15 - 12,12,12,12 0
58 | MG | YA 3052 1/1 0.96 | 0.16 ; 12,12,12,12 0
58 MG YA | 3208 1/1 0.87 0.41 - 35,35,35,35 0
o8 MG XA 1662 1/1 0.95 0.14 - 12,12,12,12 0
58 MG RA | 3228 1/1 0.85 0.16 - 13,13,13,13 0
58 MG RA | 3203 1/1 0.84 0.18 - 15,15,15,15 0
58 MG YA 3171 1/1 0.92 0.22 - 22,22,22.22 0
58 MG YA | 3092 1/1 0.98 0.14 - 28,28,28,28 0
58 MG YA | 3145 1/1 0.87 0.20 - 20,20,20,20 0
58 MG RA | 3234 1/1 0.68 0.33 - 69,69,69,69 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
58 MG YA | 3066 1/1 0.98 0.31 - 6,6,6,6 0
58 | MG | QA | 1655| 1/1 0.92 | 0.21 _ 14,14,14,14 0
58 MG RA | 3143 1/1 0.76 0.14 - 5,5,5,5 0
58 MG RA | 3157 1/1 0.67 0.38 - 37,37,37,37 0
58 | MG | RA | 3214 1/1 0.89 | 0.26 ; 24,24,24,24 0
58 MG RA | 3028 1/1 0.97 0.30 - 17,17,17,17 0
58 MG YA | 3186 1/1 0.95 0.24 - 25,25,25,25 0
58 | MG | XA | 1678 1,1 0.93 | 0.23 _ 2.2,2,2 0
58 | MG | XA | 1603| 1,1 0.95 | 0.1 _ 11,11 0
58 MG YA | 3256 1/1 0.89 0.60 - 74,74,74,74 0
58 MG YA | 3235 1/1 0.90 0.21 - 26,26,26,26 0
58 MG QA | 1635 1/1 0.94 0.39 - 76,76,76,76 0
58 MG RA | 3101 1/1 0.91 0.18 - 18,18,18,18 0
58 MG RA | 3008 1/1 0.94 0.46 - 6,6,6,6 0
58 | MG | RA |3113]| 1,1 0.97 | 0.13 _ 1,1,1,1 0
58 MG XA | 1655 1/1 0.91 0.29 - 68,68,68,68 0
58 | MG | YA |3071| 1/1 091 | 0.21 _ 1,111 0
58 MG YA | 3195 1/1 0.93 0.19 - 5,5,5,5 0
58 MG XA | 1652 1/1 0.97 0.07 - 32,32,32,32 0
58 | MG | RA 3035 | 1/1 0.99 | 0.11 ; 2,2,2,2 0
58 | MG | QA | 1663 | 1,1 0.94 | 0.21 _ 19,19,19,19 0
58 MG RA | 3148 1/1 0.89 0.39 - 47,47 47,47 0
58 MG QA | 1660 1/1 0.88 0.10 - 36,36,36,36 0
58 MG YA | 3173 1/1 0.89 0.25 - 15,15,15,15 0
58 MG RA | 3034 1/1 0.96 0.27 - 6,6,6,6 0
58 | MG | RA | 3226 1/1 0.90 | 0.32 ; L1,11 0
58 MG QA | 1659 1/1 0.99 0.09 - 42,42,42 42 0
58 | MG | XV | 102 | 1/1 0.90 | 0.18 _ 2.2,2,2 0
58 MG RA | 3055 1/1 0.95 0.12 - 10,10,10,10 0
58 MG RA | 3088 1/1 0.90 0.16 - 7,7,7,7 0
58 MG RA | 3199 1/1 0.87 0.78 - 63,63,63,63 0
58 | MG | YA |3185| 1/1 0.98 | 0.28 ; 22,22,22.22 0
58 | MG | YA | 3175 1/1 0.97 | 0.25 ; 14,14,14,14 0
58 MG RA | 3178 1/1 0.94 0.13 - 25,25,25,25 0
58 MG RA | 3108 1/1 0.95 0.10 - 6,6,6,6 0
58 MG RA | 3065 1/1 0.98 0.19 - 0,0,0,0 0
58 | MG | QA | 1643 | 1/1 0.89 | 0.23 _ 21,21,21,21 0
58 MG YA | 3198 1/1 0.94 0.27 - 18,18,18,18 0
58 MG RA | 3066 1/1 0.97 0.16 - 7,0,7,7 0
58 MG RA | 3004 1/1 0.83 0.43 - 40,40,40,40 0
58 MG XA ] 1680 1/1 0.79 0.31 - 45,45,45,45 0
58 | MG | RA |al72| 1/1 0.88 | 0.24 _ 42,42,42,42 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
o8 MG QA 1606 1/1 0.95 0.43 - 10,10,10,10 0
o8 MG XA 1602 1/1 0.85 0.23 - 15,15,15,15 0
o8 MG RA 3056 1/1 0.81 0.54 - 74,74,74,74 0
o8 MG YA 3022 1/1 0.96 0.26 - 7,0,7,7 0
o8 MG QA 1670 1/1 0.93 0.34 - 9,5,9,5 0
o8 MG RA 3131 1/1 0.97 0.30 - 7,077 0
o8 MG YA 3149 1/1 0.95 0.21 - 16,16,16,16 0
o8 MG QA 1639 1/1 0.94 0.22 - 33,33,33,33 0
o8 MG YA 3041 1/1 0.88 0.56 - 74,74,74,74 0
o8 MG QA 1604 1/1 0.76 0.25 - 9,5,9,5 0
o8 MG QA 1651 1/1 0.97 0.11 - 9,5,9,5 0
58 | MG | RA |3187| 1/1 0.94 | 0.21 - 42.42,42 42 0
58 | MG | YA |3215| 1/1 0.94 | 0.13 - 42.42,42 42 0
58 | MG | XA | 1608 | 1/1 0.96 | 0.17 - 11,11 0
58 | MG | RA | 3010 | 1/1 0.91 | 0.47 - 14,14,14,14 0
58 | MG | YA | 3228 1/1 081 | 0.14 - 9.9.9.9 0
o8 MG RA 3119 1/1 0.96 0.16 - 20,20,20,20 0
o8 MG QA 1671 1/1 0.86 0.16 - 6,6,6,6 0
o8 MG YA 3061 1/1 0.98 0.14 - 15,15,15,15 0
o8 MG RA 3230 1/1 0.94 0.20 - 41,41,41,41 0
o8 MG RA 3156 1/1 0.91 0.17 - 9,9,9,9 0
58 | MG | QA | 1636 | 1/1 0.94 | 0.18 - 11,11 0
o8 MG RS 101 1/1 0.96 0.15 - 6,6,6,6 0
58 | MG | XA | 1628 | 1/1 0.86 | 0.14 . 18,18,18,18 0
o8 MG YA 3242 1/1 0.94 0.14 - 9,9,9,9 0
o8 MG RE 301 1/1 0.92 0.20 - 9.9,9,9 0
o8 MG RA 3109 1/1 0.96 0.20 - 0,0,0,0 0
o8 MG XA 1624 1/1 0.92 0.10 - 22,22,22,22 0
58 | MG | YA | 3265 1/1 0.95 | 0.17 - 94,24,24,24 0
28 MG YA 3211 1/1 0.94 0.50 - 55,55,55,59 0
o8 MG YA 3225 1/1 0.97 0.14 - 12,12,12,12 0
o8 MG YA 3262 1/1 0.89 0.23 - 26,26,26,26 0
o8 MG RA 3193 1/1 0.88 0.23 - AT,47,47.47 0
o8 MG YA 3064 1/1 0.98 0.14 - 4,444 0
o8 MG RA 3237 1/1 0.91 0.38 - 6,6,6,6 0
o8 MG QA 1666 1/1 0.94 0.12 - 68,68,68,68 0
o8 MG YA 3157 1/1 0.98 0.17 - 0,0,0,0 0
58 | MG | Rb | 101 | 1/1 0.93 | 0.32 - 11,11,11,11 0
o8 MG QA 1609 1/1 0.98 0.10 - 32,32,32,32 0
o8 MG YA 3191 1/1 0.87 0.28 - 9,9,9,9 0
58 | MG | RA | 3222 | 1/1 0.94 | 0.11 - 92,22 0
o8 MG YA 3150 1/1 0.89 0.30 - 16,16,16,16 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
58 MG RA | 3044 1/1 0.95 0.21 - 8,8,8,8 0
58 MG RA | 3023 1/1 0.97 0.23 - 9,9,9,9 0
58 MG RA | 3170 1/1 0.97 0.09 - 9,9,9,9 0
58 MG RA | 3152 1/1 0.97 0.24 - 14,14,14,14 0
58 MG RA | 3177 1/1 0.86 0.35 - 15,15,15,15 0
58 MG RA | 3058 1/1 0.96 0.11 - 5,9,5,5 0
58 MG RA | 3191 1/1 0.90 0.17 - 46,46,46,46 0
58 | MG | YA |3123] 1/1 0.97 | 0.21 _ 1,1,1,1 0
58 MG YA | 3245 1/1 0.87 0.18 - 33,33,33,33 0
58 MG YA | 3076 1/1 0.96 0.34 - 10,10,10,10 0
58 MG YA | 3134 1/1 0.94 0.13 - 19,19,19,19 0
58 MG RA | 3083 1/1 0.97 0.22 - 32,32,32,32 0
58 MG YA | 3248 1/1 0.86 0.20 - 8,8,8,8 0
58 MG XA | 1676 1/1 0.89 0.34 - 19,19,19,19 0
58 | MG | XA | 1677| 1/1 0.92 | 0.16 _ 2.2,2,2 0
58 | MG | YA |3253| 1/1 0.98 | 0.14 _ 22,22,22,22 0
58 | MG | XA |1631| 1/1 0.94 | 0.21 _ 44,44 0
58 MG RA | 3207 1/1 0.89 0.21 - 7,0,7,7 0
58 | MG | YA 3230 1/1 0.92 | 0.15 ; 42,4242 42 0
58 MG RA | 3212 1/1 0.57 0.75 - 73,73,73,73 0
58 | MG | RA |3048| 1,1 0.99 | 0.16 _ 2,222 0
58 MG YA | 3172 1/1 0.93 0.37 - 40,40,40,40 0
58 MG YA | 3178 1/1 0.94 0.26 - 17,17,17,17 0
58 MG RA | 3015 1/1 0.96 0.27 - 0,0,0,0 0
58 MG YA | 3202 1/1 0.97 0.21 - 38,38,38,38 0
58 MG RA | 3201 1/1 0.83 0.25 - 34,34,34,34 0
58 MG RA | 3018 1/1 0.95 0.26 - 5,9,5,5 0
58 MG XA 1612 1/1 0.98 0.24 - 10,10,10,10 0
58 | MG | YA |3029| 1,1 0.95 | 0.22 _ 12,12,12,12 0
58 MG YA | 3146 1/1 0.93 0.23 - 40,40,40,40 0
58 MG QA | 1667 1/1 0.66 0.24 - 35,35,35,35 0
58 MG RA | 3165 1/1 0.95 0.23 - 30,30,30,30 0
58 MG RA | 3171 1/1 0.77 0.29 - 31,31,31,31 0
58 MG YA | 3224 1/1 0.96 0.26 - 18,18,18,18 0
58 MG YA | 3096 1/1 0.92 0.20 - 6,6,6,6 0
o8 MG YA 3213 1/1 0.99 0.12 - 31,31,31,31 0
58 MG RA | 3150 1/1 0.96 0.22 - 27,27,27,27 0
58 | MG | RA | 3124 1/1 0.89 | 0.16 ; 2,222 0
58 | MG | YA 3084 1/1 0.95 | 0.15 ; 12,12,12,12 0
58 MG YA | 3251 1/1 0.91 0.57 - 10,10,10,10 0
58 MG RA | 3103 1/1 0.97 0.28 - 5,5,5,5 0
58 MG RA | 3011 1/1 0.96 0.22 - 0,0,0,0 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
58 | MG | YA | 3057 | 1/1 0.95 | 0.34 _ T1,11,10,11 0
58 MG QA | 1650 1/1 0.98 0.17 - 53,53,53,53 0
58 MG RA | 3078 1/1 0.98 0.21 - 16,16,16,16 0
58 MG RA | 3012 1/1 0.91 0.40 - 31,31,31,31 0
58 MG XA ] 1633 1/1 0.94 0.10 - 7,0,7,7 0
58 | MG | YA |3196| 1/1 0.96 | 0.11 ; 41,4141 41 0
58 | MG | YA |3063| 1/1 0.99 | 0.36 ; 12,12,12,12 0
58 MG YA | 3217 1/1 0.87 0.13 - 18,18,18,18 0
58 | MG | XA | 1650 | 1,1 0.79 | 0.21 _ 14,14,14,14 0
58 | MG | YA |3069| 1,1 0.97 | 0.26 _ 12,12,12,12 0
58 MG YA | 3060 1/1 0.93 0.24 - 8,8,8,8 0
58 MG RA | 3076 1/1 0.93 0.15 - 7,0,7,7 0
58 MG YA | 3263 1/1 0.73 0.26 - 40,40,40,40 0
58 MG QA 1654 1/1 0.97 0.14 - 12,12,12,12 0
58 MG YA | 3121 1/1 0.95 0.11 - 6,6,6,6 0
58 MG RA | 3002 1/1 0.76 0.46 - 30,30,30,30 0
58 MG YA | 3127 1/1 0.89 0.30 - 23,23,23,23 0
58 MG YA | 3082 1/1 0.98 0.13 - 17,17,17,17 0
58 MG XA | 1682 1/1 0.88 0.20 - 35,35,35,35 0
58 MG XA ] 1670 1/1 0.91 0.19 - 27,27,27,27 0
58 | MG | YA |3059| 1,1 0.94 | 0.14 _ 11,11,11,11 0
58 MG XA | 1604 1/1 0.90 0.29 - 9,9,9,9 0
58 MG Y5 101 1/1 0.98 0.26 - 13,13,13,13 0
58 MG YA | 3021 1/1 0.99 0.26 - 8,8,8,8 0
58 MG QA | 1625 1/1 0.95 0.30 - 29,29,29,29 0
58 MG YA | 3018 1/1 0.79 0.77 - 74,74,74,74 0

6.5 Other polymers (i)

There are no such residues in this entry.
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