WDRLDWI

2PDB

PRDTEIN DATA BANK

wwPDB X-ray Structure Validation Summary Report (i)

Dec 14, 2016 — 07:23 PM EST

PDB ID : 5DGF
Title : Complex of yeast 80S ribosome with hypusine-containing/non-modified eIF5A
and/or a peptidyl-tRNA analog
Authors : Melnikov, S.; Mailliot, J.; Shin, B.-S.; Rigger, L.; Yusupova, G.; Micura, R.;
Dever, T.E.; Yusupov, M.
Deposited on :  2015-08-27
Resolution : 3.30 A(reported)

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

We welcome your comments at validation @mail.wwpdb.org
A user guide is available at
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 : 1.7.1 (RC1), CSD as537be (2016)

Xtriage (Phenix) : 1.9-1692
EDS : 1rb-20028442
Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)

Refmac : 5.8.0135
CCP4 : 6.5.0
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : rb-20028442
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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 3.30 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
Clashscore I | I 14
Ramachandran outliers I 5.4%
Sidechain outliers I 14.2%
RSRZ outliers W 10.0%
RNA backbone NN I 0.47
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))
Clashscore 102246 1058 (3.38-3.22)
Ramachandran outliers 100387 1038 (3.38-3.22)
Sidechain outliers 100360 1037 (3.38-3.22)
RSRZ outliers 01569 2070 (3.40-3.20)
RNA backbone 2183 1005 (3.82-2.78)

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
5%
[ ]
1 2 1800 38% 47% 14%
3%
[ |
1 6 1800 40% 45% 14%
20%
I
2 SO 251 27% 41% 14% 18%
20%
I
2 sO 251 67% 15% 18%
30%
[
3 S1 254 26% 47% 10% . 16%
17%
I
3 sl 254 69% 15% 15%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
2%
h
4 S2 253 30% 47% 8% 14%
7%
4 s2 253 - 66% 20% 14%
1%
5 S3 239 36% 50% 7% 1%
30%
T —— —
5 s3 239 81% 13% 7%
26%
..
6 S4 260 35% 54% 9%
23%
—
6 s4 260 83% 14%
18%
L I E———
7 SH 224 37% 45% 8% . 8%
9%
7 sb 224 74% 18% 8%
17%
8 S6 236 47% 42% 6%
9%
8 s6 236 78% 14% 8%
16%
| .- o
9 S7 189 28% 56% 2% .
2%
9 s7 189 85% 12%
1%
10 S8 200 I 40% 48% 6% 6%
14%
10 S8 200 I 81% 13% 6%
36%
g —
11 S9 196 26% 57% 10% - 6%
22%
P —. —
11 s9 196 77% 17% . 6%
53%
e — p—
12 Co 96 38% 59% .
2%
T —————
12 c0 96 82% 17%
14%
13 C1 155 41% 50% 9%
6%
13 cl 155 — 80% 14% - 6%
10%
14 C2 142 — 40% 34% 13% 13%
11%
14 c2 142 — 76% 10% 13%
1%
15 | C3 150 | T —— o o
3%
15 c3 150 - 83% 16%
26%
16 C4 136 35% 45% 12% o 7%

Continued on next page...
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Mol | Chain | Length Quality of chain
32%
T —— ——
16 cd 136 71% 21% . 6%
15%
L
17 Ch 141 34% 43% 9% 12%
1%
17 ) 141 r— 80% 13%
34%
=
18 C6 142 37% 51% 9%
17%
18 ch 142 —— 82% 18%
24%
W
19 C7 136 27% 50% 9% 12%
7%
19 c7 136 — 74% 11% 14%
17%
| ...
20 C8 145 30% 54% 14%
16%
20 c& 145 83% 15%
26%
..
21 C9 143 39% 52% 9%
36%
.
21 c9 143 85% 15%
17%
| ———
22 DO 120 31% 49% 9% 11%
78%
T ———— —
22 do 120 78% 14% 8%
18%
e
23 D1 87 34% 51% 15%
0%
23 dl 87 — 85% 15%
9%
24 D2 129 — 31% 57% 10%
7%
24 d2 129 — 84% 15%
3%
25 D3 144 — 36% 49% 15%
5%
25 d3 144 - 90% 10%
25%
.. e
26 D4 134 35% 57% 7% -
7%
26 d4 134 | = 7 =
22%
Iy —
27 D5 107 17% 34% 14% 35%
18%
27 d5 107 | e e 6% - o
5%
e —
28 D6 97 26% 55% 19%
27%
28 d6 97 79% 19% "

€ |

o
=|
o
3

=
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Mol | Chain | Length Quality of chain
21%
T — —
29 D7 81 47% 43% 10%
5%
29 d7 81 — 85% 15%
23%
.. —
30 D8 66 32% 55% 9% 5%
5%
30 d& 66 77% 17% . 5%
22%
e —
31 D9 55 40% 45% 9%
7%
T ———————— —
31 d9 55 75% 22% .
34%
... —
32 EO 62 48% 45% ..
18%
32 e0 62 —— 66% 32% .
2%
h
33 El 76 32% 34% 25% . 7%
26%
e —
33 el 76 67% 29% .
32%
.. e
34 SR 318 38% 54% 7% +
33%
T ————
34 sR 318 91% 9%
8%
35 SM 273 o 34% 18% 6% 22%
8%
35 sM 273 o 33% 62%
%
36 1 3396 : 41% 40% 10% « 7%
%
36 5) 3396 : 44% 38% 11% - 7%
37 3 121 46% 48% “6%
37 7 121 62% 33% “5%
%
38 4 158 . 51% 41% T
%
38 8 158 | " " — e
7%
39 L2 253 - 36% 54% 0%
7%
39 12 253 82% 17%
5%
40 L3 386 38% 47% 16%
%
40 13 386 - 82% 16%
41 14 361 38% 51% 11%

=
(=]
=
=
o
4
o
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Mol | Chain | Length Quality of chain
%
41 14 361 | " 7 1%
23%
42 1.5 296 42% 45% 12%
7%
42 15 296 83% 15%
7%
43 L6 175 46% 35% % w11
3%
43 16 175 - 77% 13% - 10%
%
44 L7 243 . 36% 47% Te% 9%
44 17 243 80% 11% 8%
16%
45 L8 255 40% 44% T 9%
16%
45 18 255 76% 15% 9%
5%
46 L9 191 33% 49% B 17—
%
46 19 191 | " — —
18%
47 MO 220 27% 56% 12%
13%
47 m0 220 78% 18%
14%
48 M1 173 36% 45% 16%
3%
48 ml 173 - 78% 19%
7%
49 M3 198 - 33% 56% 9%
5%
49 m3 198 78% 19% -
%
50 M4 137 : 37% 54% “T%
%
50 m4 137 : 88% 12%
%
51 M5 203 : 42% 46% i
5%
51 mb 203 88% 12%
%
52 M6 198 38% 49% 11%
%
52 m6 198 : 87% 12%
13%
53 M7 183 46% 46% %
53 m?7 183 73% 1% 15

Continued on next page...
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Mol | Chain | Length Quality of chain
%
54 M8 185 - 43% 49% T
54 m& 185 83% 16%
10%
55 M9 188 45% 48% 7%
6%
55 m9 188 88% 12%
%
56 NO 172 = 43% 47% 0%
%
56 n0 172 : 85% 15%
3%
57 N1 159 - 39% 48% 11%
7%
57 nl 159 84% 16%
21%
—_—
58 N2 120 43% 35% 17%
18%
58 n2 120 — 69% 13% 18%
8%
59 | N3 136 | T = e
%
59 n3 136 | & — o
18%
60 N4 155 28% 32% 37%
12%
60 n4 155 79% 8% 13%
9%
61 N5 141 34% 42% 9% 14%
%
61 nb 141 : 70% 13% 15%
5%
62 N6 126 — 40% 48% 10%
3%
62 n6 126 | ™ 7 o
36%
Iy e
63 N7 135 30% 59% 10%
32%
e ——
63 n7 135 84% 14%
%
64 | N8 148 | " — = —
%
64 n8 148 | ™ — —
7%
65 N9 58 52% 36% 12%
9%
65 n9 58 83% 14%
9%
66 00 104 38% 46% 9% 1%

Continued on next page...
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Mol | Chain | Length Quality of chain
%
66 00 104 | ™ m— T
3%
67 01 112 41% 46% 10%
7%
67 ol 112 77% 19% Y
%
68 02 129 = 39% 50% 9%
5%
68 02 129 80% 17%
%
69 03 106 : 38% 55% “T%
69 03 106 85% 15%
6%
70 04 120 — 38% 51% 5% 7%
7%
70 o4 120 — 83% 1% 7%
5%
71 05 119 - 38% 50% 13%
7%
71 09 119 — 87% 13%
5%
72 06 99 36% 45% 14%
7%
72 06 99 | ™ = = -
%
73 o7 87 : 47% 44% 9%
%
73 o7 &7 = 91% 8% -
10%
74 08 77 32% 60% 8%
32%
74 08 77 81% 19%
%
75 09 50 = 46% 38% 14%
%
75 09 50 = 94% 6%
3%
76 Q0 52 50% 37% 13%
%
76 | qo 52 | ™ e 1706
24%
77 Q1 25 20% 76% -
8%
77 ql 25 72% 28%
%
78 Q2 105 = 44% 50% “6% -
%
78 Q2 105 | " — —

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

Mol | Chain | Length

Quality of chain

2%

79 Q3 91 = 42% 49% 7% o
3%
79 q3 91 - 88% 12%
80 m2 165 91% 9%
10%
81 p0 311 r— 41% 5% 54%
82 pl 47 100%
82 p2 47 98%
59%
S —
83 f 157 73% 19% . 6%
84 B 5) 40% 60%
84 C 5 60% 40%

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

86 SPS B 3401 - - - X
87 MG 5 3401 - - - X
87 MG 5 3404 - - - X
87 MG 5 3405 - - - X
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2  Entry composition (i)

There are 89 unique types of molecules in this entry. The entry contains 404292 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 18S ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N Q) P
1 2 1781 37970 16975 6720 12493 1782 0 1 0

Total C N O P
1 6 1795 38260 17105 6763 12596 1796 0 1 0

e Molecule 2 is a protein called 40S ribosomal protein SO-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 50 206 ??78%1 10014 21;18 223 2 0 0 0
2 0 206 ?ggl 10017 215\3]1 223 2 0 0 0
e Molecule 3 is a protein called 40S ribosomal protein S1-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s >l 214 T%aél 1(%4 BTO 3C1)1 LSL 0 0 0
s 51 216 ??t;él 1(%1 31112 3C1)5 2 0 0 0
e Molecule 4 is a protein called 40S ribosomal protein S2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 52 217 ngaf’)l 1(517 215\3]9 2(9)7 g 0 0 0
1 52 217 ?2;)351 10047 22]9 287 g 0 0 0

e Molecule 5 is a protein called 40S ribosomal protein S3.


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 53 223 1734 1101 313 314 6 0 0 0
Total C N O S
g 83 223 1734 1101 313 314 6 0 0 0
e Molecule 6 is a protein called 40S ribosomal protein S4-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 S4 260 2068 1316 3893 360 3 0 0 0
Total C N O S
6 54 260 2068 1316 389 360 3 0 0 0
e Molecule 7 is a protein called 40S ribosomal protein S5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 55 206 1609 1007 300 299 3 0 0 0
Total C N O S
7 5 206 1609 1007 300 299 3 0 0 0
e Molecule 8 is a protein called 40S ribosomal protein S6-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 56 226 1799 1129 346 321 3 0 0 0
Total C N O S
8 56 218 1755 1102 337 313 3 0 0 0
e Molecule 9 is a protein called 40S ribosomal protein S7-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
9 | w7 184 1481 951 265 265 0 0 0
Total C N O
O | 87 186 1491 957 267 267 0 0 0
e Molecule 10 is a protein called 40S ribosomal protein S8-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 S8 188 1489 925 298 264 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

0] =8 188 ngaél 925 2158 2((?4 2 0 0 0
e Molecule 11 is a protein called 40S ribosomal protein S9-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 59 185 ?Zgzl 933 22]9 2((?1 ? 0 0 0
R 185 ?Zst)zl 923 2219 2((?1 ? 0 0 0

e Molecule 12 is a protein called 40S ribosomal protein S10-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
oo | w [ TONTET 0 |
12 0 % T;)g; | 4(9j1 1215 124 2 0 0 0

e Molecule 13 is a protein called 40S ribosomal protein S11-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 cl 195 ?gﬁl 7(735 2§0 286 g 0 0 0
1] 146 ?1)2&;1 75137 2151 187 g 0 0 0

e Molecule 14 is a protein called 40S ribosomal protein S12.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR PSS IR EEE
e 124 gogt; | 5(6}2 115\)16 1(?2 g 0 0 0

e Molecule 15 is a protein called 40S ribosomal protein S13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 3 150 ﬁ)gaél 7?9 21;4 2(37 g 0 0 0
e 150 ?(1);31 7?9 21;4 2%)7 g 0 0 0
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e Molecule 16 is a protein called 40S ribosomal protein S14-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 C4 127 891 545 182 163 1 0 0 0
Total C N O S
16 cd 128 949 582 188 176 3 0 0 0
e Molecule 17 is a protein called 40S ribosomal protein S15 (uS19).
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
17 C5 124 977 622 182 166 7 0 0 0
Total C N O S
17 ¢ 135 1039 658 196 178 7 0 0 0
e Molecule 18 is a protein called 40S ribosomal protein S16-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
18 C6 141 1105 708 203 194 0 0 0
Total C N O
18 c6 142 1111 711 204 196 0 0 0
e Molecule 19 is a protein called 40S ribosomal protein S17-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 cr 120 026 577 177 170 2 0 0 0
Total C N O S
19 c7 17 906 563 174 167 2 0 0 0
e Molecule 20 is a protein called 40S ribosomal protein S18-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 8 145 1192 743 237 210 2 0 0 0
Total C N O S
20 c8 145 1192 743 237 210 2 0 0 0

e Molecule 21 is a protein called 40S ribosomal protein S19-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 9 143 1112 694 208 208 2 0 0 0
Total C N O S
21 ¢ 143 1112 694 208 208 2 0 0 0
e Molecule 22 is a protein called 40S ribosomal protein S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
22 Do 107 835 539 156 159 1 0 0 0
Total C N O S
22 do 10 882 554 161 166 1 0 0 0
e Molecule 23 is a protein called 40S ribosomal protein S21-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
23 b1 87 684 420 125 137 2 0 0 0
Total C N O S
23 dl 87 684 420 125 137 2 0 0 0
e Molecule 24 is a protein called 40S ribosomal protein S22-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 b2 129 1021 650 188 180 3 0 0 0
Total C N O S
24 d2 129 1021 650 1883 180 3 0 0 0
e Molecule 25 is a protein called 40S ribosomal protein S23-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25 D3 144 1121 708 220 191 2 0 0 0
Total C N O S
25 d3 144 1121 708 220 191 2 0 0 0
e Molecule 26 is a protein called 40S ribosomal protein S24-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
26 D4 134 1073 676 208 189 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
26 d4 134 ?8%1 6(7]6 21§8 1(539 0 0
e Molecule 27 is a protein called 40S ribosomal protein S25-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 Do 70 1;’)06? 1 3%0 11§4 909 0 0 0
27 d5 69 1;’)05?1 3?7 11§3 908 0 0 0
e Molecule 28 is a protein called 40S ribosomal protein S26-B.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 DG o7 T706t57L1 4(735 1120 1(2)9 g 0 0 0
28 d6 o7 T7O6t£§7L1 4(735 1120 1(2)9 g 0 0 0
e Molecule 29 is a protein called 40S ribosomal protein S27-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o | m [T NS 0 [ o0 |
AR F TSN
e Molecule 30 is a protein called 40S ribosomal protein S28-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
30 | D8 63 20;?1 336 91\; 901 ? 0 0 0
IR TN EEE
e Molecule 31 is a protein called 40S ribosomal protein S29-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
31 | D9 53 Téfﬁfgl 2(; , 91\; ;)2 2 0 0 0
31 | d9 53 Tﬁ;l 2(; , 91\; ;)2 2 0 0 0
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e Molecule 32 is a protein called 40S ribosomal protein S30-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR FTEHEEERE
2 e 62 T409tfLl 3%9 118]1 s?o ? 0 0 0
e Molecule 33 is a protein called Ubiquitin-40S ribosomal protein S31.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
BB T s e a | O | 0 |0
5| el E Teso()tgl 328 11117 9% 481 0 0 0

e Molecule 34 is a protein called Guanine nucleotide-binding protein subunit beta-like protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
34 SR 318 rgzg&;l 15(311 4?8 4(?() 2 0 0 0
3| SR 318 giff;l 15044 41;]8 4C7)2 2 0 0 0
e Molecule 35 is a protein called Suppressor protein STM1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 SM 159 1;(1)8?)1 6(;3 21;11 2(??1 0 0 0
35 | sM 104 Tfsostg | 4(53 114\110 1(3?7 0 0 0
e Molecule 36 is a RNA chain called 25S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 : 3149 g;gt;é 30(586 1211142 21878 31P49 0 0 0
36 g 3169 (;F7O7t§(1) 30276 121;16 22?20 31238 0 0 0

e Molecule 37 is a RNA chain called 5S ribosomal RNA.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N 0O P
37 3 121 2579 1152 461 845 121 0 0 0
Total C N @) P
37 7 121 2579 1152 461 845 121 0 0 0
e Molecule 38 is a RNA chain called 5.8S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
38 1 158 3353 1500 586 1109 158 0 0 0
Total C N O P
38 8 158 3353 1500 586 1109 158 0 0 0
e Molecule 39 is a protein called 60S ribosomal protein L2-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 L2 252 1914 1191 388 334 1 0 0 0
Total C N O S
39 12 252 1912 1190 388 333 1 0 0 0
e Molecule 40 is a protein called 60S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 L3 386 3075 1950 584 533 8 0 0 0
Total C N O S
40 13 386 3075 1950 584 533 8§ 0 0 0
e Molecule 41 is a protein called 60S ribosomal protein L4-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
41 L4 361 2748 1729 522 494 3 0 0 0
Total C N O S
41 14 361 2748 1729 522 494 3 0 0 0
e Molecule 42 is a protein called 60S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
42 L5 296 2375 1501 414 458 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

42 15 294 ggt;él 14089 41112 4C5)6 g 0 y 0
e Molecule 43 is a protein called 60S ribosomal protein L6-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
43 L6 156 ?;gzl SSO 2212 2(1)6 ? 0 0 0
43 16 157 ?;Zaél 836 2214 2(1)7 ? 0 0 0

e Molecule 44 is a protein called 60S ribosomal protein L7-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
44 L7 222 1;(;;&;11 11051 31;4 3(38 ? 0 0 0
4 17 223 1;(;;3{1 1 1055 31;5 3(1)() ? 0 0 0

e Molecule 45 is a protein called 60S ribosomal protein L8-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
45 18 233 1128&;11 11051 31;3 3(2)7 g 0 0 0
45 18 231 ??211 11(3%1 31?6 3(1)4 g 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference

L8 119 ALA GLY conflict UNP P17076
18 119 ALA GLY conflict UNP P17076
e Molecule 46 is a protein called 60S ribosomal protein L9-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
46 L9 191 ?gtlaél 9§3 21;14 2(7)7 ASL 0 0 0
46 19 191 Tgtlaél 9%3 21;14 2(7)7 ASL 0 0 0

e Molecule 47 is a protein called 60S ribosomal protein L10.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
47 MO 211 1705 1083 322 294 6 0 0 0
Total C N O S
47| mo 213 1722 1094 325 297 6 0 0 0
e Molecule 48 is a protein called 60S ribosomal protein L11-B.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
48 Mi 169 1353 847 253 249 4 0 0 0
Total C N O S
48 | ml 169 1353 847 253 249 4 0 0 0
e Molecule 49 is a protein called 60S ribosomal protein L13-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
49 M3 193 1543 962 315 266 0 0
Total C N O
49| m3 194 1548 965 316 267 0 0
e Molecule 50 is a protein called 60S ribosomal protein L14-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o0 Md 136 1053 675 199 177 2 0 0 0
Total C N O S
50 | md 137 1059 678 200 179 2 0 0 0
e Molecule 51 is a protein called 60S ribosomal protein L15-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5L | M3 203 1720 1077 361 281 1 0 0 0
Total C N O S
bl md 203 1720 1077 361 281 1 0 0 0
e Molecule 52 is a protein called 60S ribosomal protein L16-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
b2 M6 197 1555 1003 289 262 1 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

52 | mb 197 ??5351 10003 22]9 2(6)2 ? 0 0 0
e Molecule 53 is a protein called 60S ribosomal protein L17-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
53 M7 183 ?Z;?)I 832 221 2(;7 0 0 0
53 | m7 155 ?gtza;l 724 21;18 2(2)5 0 0 0

e Molecule 54 is a protein called 60S ribosomal protein L18-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o4 M8 185 ?Zil 9(58 21;910 2(21 3 0 0 0
b4 | m8 185 ?Zil 9(58 212\;0 221 2 0 0 0

e Molecule 55 is a protein called 60S ribosomal protein L19-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
g M9 188 ?g;jl 9(?35 31;16 220 0 0 0
5 | m9 188 ?gt;l 9(?35 3216 220 0 0 0

e Molecule 56 is a protein called 60S ribosomal protein L20-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
0 | N0 | 12 | S g o s | 0 | 0 |0
56 m0 172 ?Zﬁl 9%}0 2127 224 i 0 0 0

e Molecule 57 is a protein called 60S ribosomal protein L21-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o7 N 159 ?gt;él 8%5 2116 2(2)1 ASL 0 0 0
7 |l 159 T(z)t;él 8%5 211\116 2(2)1 i 0 0 0

WO RLDWIDE
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e Molecule 58 is a protein called 60S ribosomal protein [.22-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o8 N2 100 T7O9t§l 5(116 115\;1 1(29 0 0
8 | n2 o8 T7O7t§l 5%5 11;7 126 0 0
e Molecule 59 is a protein called 60S ribosomal protein L23-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
59 N3 136 ngaél 6;]8 11;;9 1(7)9 g 0 0 0
59w 136 ?88?51 6(2]8 1219 1(7)9 3 0 0 0
e Molecule 60 is a protein called 60S ribosomal protein L24-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o | N | s s | 0 | 0 |0
60 | nd 155 ?8;;1 6?1 21§6 1(530 ? 0 0 0
e Molecule 61 is a protein called 60S ribosomal protein L25.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
61 NS 121 goéitjl 6(230 1129 1(7)3 3 0 0 0
61 | m 120 T905t§1 6(137 12]8 1(?2 3 0 0 0
e Molecule 62 is a protein called 60S ribosomal protein L26-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
62 NG 126 1;)09?1 6(235 11;2 1?6 0 0 0
62 ] b 126 Tgogtgl 635 11;2 1C7)6 0 0 0

e Molecule 63 is a protein called 60S ribosomal protein L27-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
63 NT 135 ?8&?21 7?0 21§2 1(530 0 0 0
63| ot 155 ?gst;;l 7?0 21312 1(530 0 0 0

e Molecule 64 is a protein called 60S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
64 N8 148 1;(1)t7?’>1 729 2§1 1(30 g 0 0 0
64 | n8 148 ?1)%1 729 21;1 1(30 g 0 0 0

e Molecule 65 is a protein called 60S ribosomal protein L29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
65 N9 o8 1:106t§d 229 1150 7?’) 0 0 0
65 | m9 o8 T406t;I | 239 11(\)10 7% 0 0 0

e Molecule 66 is a protein called 60S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
66 00 o7 T7O4t?? 1 4?9 11;4 129 ? 0 0 0
661 o0 100 T%? | 4(9}2 1§8 126 ? 0 0 0

e Molecule 67 is a protein called 60S ribosomal protein L31-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
67 | Ol I 0 0 0
67 | ol 109 T808t§L | 5?9 1127 1?6 ? 0 0 0

e Molecule 68 is a protein called 60S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

68 02 127 ?8;%1 627 21§5 1((?7 ? 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
06 | oz 127 ?82361 627 218]5 1(6)7 ? 0 0 0

e Molecule 69 is a protein called 60S ribosomal protein L33-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
69 03 106 I;SO;(?I 530 11(\315 1(24 ? 0 0 0
691 o3 106 T805t§1 520 12]5 1(24 ? 0 0 0

e Molecule 70 is a protein called 60S ribosomal protein L34-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
oz G g g | 0| 00
0| o 12 Tsostgl 525 11;19 1(5?2 ASL 0 0 0

e Molecule 71 is a protein called 60S ribosomal protein L35-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
& 05 119 gofitgl 6(135 115\56 127 ? 0 0 0
nos 19 Tgoggl 6(132 115\;15 127 ? 0 0 0

e Molecule 72 is a protein called 60S ribosomal protein L36-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 06 9 T707t1al 421 11§6 122 2 0 0 0
200 %9 T7O7t(?l 421 115\)16 1(??1 g 0 0 0

e Molecule 73 is a protein called 60S ribosomal protein L37-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 07 87 T608t1al 4?4 1118 1(1)4 g 0 0 0
oo 87 T(sogtfL | 4(114 114\118 1(1)4 g 0 0 0

WO RLDWIDE
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e Molecule 74 is a protein called 60S ribosomal protein 1.38.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
& 08 [ T601t2al 35(;1 11115 1(36 0 0 0
| o8 o T600t§L | 328 11;14 1(36 0 0 0
e Molecule 75 is a protein called 60S ribosomal protein 1.39.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

e Molecule 76 is a protein called Ubiquitin-60S ribosomal protein L40.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

76 a0 02 T401t;Il 2?9 51;\23 607 ? 0 0 0
e Molecule 77 is a protein called 60S ribosomal protein L41-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Tl | B e | 0 | 0 |0
T a | B Y e 0 | 0 |0

e Molecule 78 is a protein called 60S ribosomal protein L42-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
& W2 105 1;%04? 1 5(?34 11;10 128 g 0 0 0
a2 105 gozf? | 524 11;10 128 g 0 0 0

e Molecule 79 is a protein called 60S ribosomal protein L43-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
& Q3 N 694 429 138 121 6 0 0 0
Total C N O S
& a3 o 694 429 138 121 6 0 0 0
e Molecule 80 is a protein called 60S ribosomal protein L12-A (uL11).
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
80 | m2 150 750 450 150 150 0 0 0
e Molecule 81 is a protein called 60S acidic ribosomal protein PO.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
81 p0 143 1077 687 192 195 3 0 0 0
e Molecule 82 is a protein called 60S ribosomal protein P1 alpha/P2 beta.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
82 pl 47 235 141 47 47 0 0 0
Total C N O
82 p2 46 230 138 46 46 0 0 0
e Molecule 83 is a protein called Eukaryotic translation initiation factor 5A-1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
83 f 148 1116 692 188 227 9 0 0
e Molecule 84 is a protein called CH-CH-8AN-PRO-PRO.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
84 B g 76 383 14 21 3 0 0 0
Total C N O P
84 C g 73 383 14 19 2 0 0 0

e Molecule 85 is ZINC ION (three-letter code: ZN) (formula: Zn).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

g5 a0 1 Total Zn 0 0
1 1

85 D6 1 Total ~ Zn 0 0
1 1

35 Q2 1 Total Zn 0 0
1 1

85 el 1 Total ~ Zn 0 0
1 1

35 Q3 1 Total Zn 0 0
1 1

85 D9 1 Total ~ Zn 0 0
1 1

85 El 1 Total = Zn 0 0
1 1

35 Q0 1 Total Zn 0 0
1 1

85 d7 1 Total ~ Zn 0 0
1 1

35 @3 1 Total Zn 0 0
11

85 d9 1 Total = Zn 0 0
11

$5 | D7 1 Total = Zn 0 0
11

85 d6 1 Total ~ Zn 0 0
11

85 o7 1 Total ~ Zn 0 0
11

85 07 1 Total ~ Zn 0 0
11

85 q2 1 Toltal Zln 0 0

e Molecule 86 is SPARSOMYCIN (three-letter code: SPS) (formula: Ci3H19N305S5).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O S
86 1 1 23 13 3 5 2 0 0
Total C N O S
86 B 1 23 13 3 5 2 0 0

e Molecule 87 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
87 | B 1 Total - Mg 0 0
1 1
Total Mg
87 1 3 3 3 0 0
Q7 o 1 Total Mg 0 0
1 1
Total Mg
87 f 2 5 9 0 0
Total Mg
87 5 5 5 5 0 0

e Molecule 88 is osmium (IIT) hexammine (three-letter code: OHX) (formula: H;3NgOs).
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OHX

N2 N3
HN- NH;

NH,N- Os  NH,N4
H.N NH.
N6 N5

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total N Os

88 1 1 . 6 1 0 0
Total N Os

88 1 1 . 6 1 0 0
Total N Os

88 5 1 . 6 1 0 0

o Molecule 89 is water.

Mol | Chain | Residues Atoms ZeroQOcc | AltConf
Total O

89 5 2 5 5 0 0
Total O

89 f 10 10 10 0 0




5DGF

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

wwPDB X-ray Structure Validation Summary Report

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

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

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

3 Residue-property plots (i)

e Molecule 1: 18S ribosomal RNA

Page 29

14%

47%

38%

5%

Chain 2:

TLY
0LD

99N

9V

84N
LG9

0
10
<

€99
[4:1]

evyY

1544
i4 ]
6EY
8€D

9€0

vED

€20

81D

919

%910
€GTD

081N

8YIV
LYTV

[44%)]
win

e 071V

8ETV

8TTN

L1170
9110
ST1D

@ TeTn

62cn
82TH

sgey
i (4]
£gen

ozey
612V
81cV
L1TV

STCV

(4341}

oTey
6020

Lozn
902y

00cy

3

96TH

96TV

bacy
£aey
292N

082d
6¥%cn
8¥%cN

9%2H

1

[4441
Twen
oven

@® 6€TD

5

SETH

TTED

0ZeN

LT1€0

STEV

¥1€0

0T€D

L

S0€D
voen

coen

THaY

LESD

SESY

2esn
T€SD
0€9D
629V

erdi )
el )

zcan
128y

8TSY

e 8Tl
® LIL

® €TV

e T1Ln

£690

169D

W

689D

® 999D

@ 6T.0

€9.D

RLDWIDE

794D

9G.LY

YaLY

TaLY
T8.D
08.0
6%.L0

£vLn

EELY

TELD
0ELD

0O
PROTEIN DATA BANK

erpBe


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

5DGF

wwPDB X-ray Structure Validation Summary Report

Page 30

TE8N

0ogsn
628V

LT80
9z8N

£28D

1280
e 0z8n

8180

S18D

I8V
TI8Y
018D

¥08Y
£08Y
c08)H
1089
0080

L6LD
96.LY
S6.40

@® E6.V
T6.L0
T6LY

88LY

SeE6N
EE6V
0E6V
L2600
oTev
ST69D
veev
616V
8160
L160
9160
® %16d

160

1980

L1070

7101D

21070

9007D

70010

@® <T00T1d

6660
866V
166D
9660

766D

886Y
869D
986D

086D
6.6V

bL6Y
€L6V
TL6D

0L6Y

8960

996V
S960

F

6960

F

€869
TG6Y
196V

8%6D
Lv60

vP6v

T%6D
Tv6V

8€6D
LEGD
9€6D

S80TH

£€80TD

8L0TD
LL0TD
9L0TV
SL010
v.L01D

TLOTD

6901V
89010
L90TD
9907D
S90TV
901D

TO0TY

@ 65070
8S0TN
L8010
98010
98010
8010
€80TH

080T1H
67010

9%0TD

(4791
Tv019D

6€0TY
8E0TN

9E0TY

YE0TD

TEOTH
TE0TN
0€0TY
62010

2ToTd

6T0TY
81010

L

TSTIV
0STTD
6%T1D
8Y11D
LYTTY

SYII0

i

EYITY
THITV
15235
0%11D

8ETTY

0mmﬂb
EETTY
CETTY
ﬂmmﬂq
9TTID
mumﬁq
TTTTD
TC110
0zTI0
mam«u

9TTTV

EITTY
[4331]

OTTID
60TTD
80TTD
LOTTD

SOTTD
womﬁb
TOT1D
00TTD
66070
86010
L6010

68070
880TY
L80TY
980TV

0ETTV

8TTTH
LTTTY
9TTTY

{4441

01210
60210

T0Z1D
00TTH

LBTTD
9611V

Y611V

6110

88T1H

98110
S8T1IN
Y8TTV
€8TTV
28110

F

08710

8LTTD

9LTTD
SLT10
YLITO

€LTTD

S9T1H

911D

LSTTY

8TETD

9TETD
STETN
y1EIN

CIETY
TIETN

60€TD
80ETH

00ETY
6621D
86TTN

T6C1D
06270

98210

£€82T0

18219
08210

8.T1H
LLTTD
9lTINn
SLTTV

L921H
99z1N

T9T1D

LSTIN

9GTTY

batan]
€42T0

9%210

£%21D
(444921

L

8ETTY
LETTD
9ETTY
SETTO
veTTy

L8ETD
€8ETH
T8ETY
18€10

LLETN
9LETD

€LETD

T19€10

6SETD
8GETH

€GETN
CTGETH

0SETN
6YETH

LS%TD

SSY1D

£5%1D

TS%10
0S%1IN
6%%10
8Y%1D

OYPIV
SYP1D

£vPIn

F

0ERTN
671D
8THID
LTHTY
9THTD

8T%1D

9TH1D

8TS1N

9TSTY
STSTY

{44311

ozsIn
61970

L1970

Y1910

181D
TI610

90S8TD
SOSTY
Y0STD
€0STY

00S8TD
86%1D
S6%10
v6%10

€671V
145441

88%TD
L8YTY

¥8%1D
€871V

18710

6.%TV

.
3

9.%10
SLPTY

2TL%1D

0L%TD
69%TV

Y9%1D

29%1D
T9%10

86510

S6ST0
691D
€69TY
26STY

€891V

08STD

9LSTY
SLSTD

89910

99910
99910
v991n
€991D
981D
19810
09910

LSS10
9981V
GGSTY

€991D
28s1n
76910
0GSTY

8%31D

PESTD
€ESTD

0ESTD
62810

891N
T89TV
089TD

LL9TD

TLOTY

79910
0991V

qG69TY
891D
€£G9TD

TSOTV
0891Nn
6%91D

€791
ZH9TD

9€9TD
YEITD
TEOTY
0€9TN

629TD
8291N

9z91N

291D

12910

1910
TI9TV

60910

L09TD
909TD
S09TD
70910
€09TN
091D

LSLTD
9GLTY
SGLTY
paLTY
€GLTY
[4VAN
TSL1D

LYLTD
OvLIY
S¥LID

6ELTD
8ELTIN
LELTD

TELIV
0ELTY
6CLTD
8TLIY
LTLID

0TLID
6TLTY
8TLID

YILTY

LN
0 ©
S o
~ s
—
(T3]

F

06LTV

68LTD
88LTD

T8LIY

08419

LLLTD
9LLTY
SL.10
YLLTID
€LL1D

TLLINO

L9LTD

e Molecule 1

SOLTY

18S ribosomal RNA

3%

14%

45%

40%

Chain 6

R LDWIDE

O

PROTEIN DATA BANK

W



5DGF

wwPDB X-ray Structure Validation Summary Report

Page 31

84N

94N

cy
mn

8ETY

ZEIN

Lg1D

5

€TTD

210

611V

L1170

v110

T110

601D
80TV

3

2010
T010

~
o
(&)

Sy
o
=]

£6Y

49810

(4234

6.1V

8.L10

691V

9910

2241

910
0910

6820

L8TH

S8TH

£820
2820
1829

8.LzN
® Llcn

® S.20

e.Lzd
cLen

S9TV

€920
{441}

63z0
882D
L8ey

cgen
192y

6%z

PAZ4 4
oveTH
sven

en
0ven

LETD
9ETY
® S§€Td

£€T0

e 1€zn

pX441)

@® §TTy

£Ten
{4444

£8€D

vlen

0LEV

$3€0

TSEY

L%ED

£%€0

15241
0veN

8EED

vEED
EEEY
cEEN
TEEY
0€€D
62E€D

Lzen
9ZeD
STed

I

0zen

STEV
¥1€d

i

T0EY

662V
8620
L6cn
9620

197D

6S%D

S6%D
yavn
£4%n

8%V

i

YA 7471
i44

4740

[0h7471)
6E70

LEWY
9EHV

vEVD

3

L2Z%D

STHY

1

11444
\1474

0€SD

8Tsn
LTSV
9TsY

€T9D
gTen

6190

919D
S19v
v19D
€180
18y
T18Y
078D
605D
808N
L0Sn

vosn
€059
208N

6670
867D

6.%0
8L%Y
LLYY

ELVY
TLvn

89%Y

29%D

6090
8090
L09D

TLSD

L99Y
9990
9990
99D

198D
0980
699D

L8SD
9G35y

88D

i

L%80
9%an
SPav
vPav

ey
0%9d

8ESYV

9€SD

€esn
TESN

e 0.90
699D

0
o
©
©
=1

LE9D

7€9D

2E9N

0E9Y
6290
829D

)

cTov
13422

L7190
919D

£19D

1190

*

L¥LD
ovLY

ovLY
6ELD
8ELD
LELY

3

ST.L0

Cem
ETLY
TTLD

e 11l
e O01.l0

90LY

20LD
T0L0

i
-

L1690
969D

1690

689D

L899
9890
S89V

7890

@ 6.90
L

9T8N

%T8D

(44}

Cween
0z8n
618D

¥08Y

0080

88LY

9680
S68D
7680

68V
T68Y

188V

988D
¥88Y
€880
2880

0880
6.8D

LL8D
948D
S.8D

T.8D
0480

898D
198D

S98Y

LS80

3

T860

SL6D
bL6Y
L6V

TL6Y
0L6V

8961

€969
(4014
186V

86D
Lv60
96N

{4700

i

9E6D
Se6n
€60
EE6V

£T6Y
(4435

616V

8160
L160

c1en

LO6V

1

T06D
106D

@ 868Y
168D

9E0TY

3
3

90Ty

12010

6T0TY
8107
L1070

L

800TD
LOO0TD

0ETTD

LTTTD

TOT1D

96010
96010

T60TV
06010

8801V

€80TD

08070
6,070

LL0TD
9.0TV
G010
vL01D
€019

91TTD

TICTV

60210
80CTY

sifin

@® 6611D
86T1D
LBTTD

96110

6811V

LLTTD

9LT1D
S.T10

9911V

YoT1D
€9TTV

8STTD

GST1D
YSTID
€GT1D

0GT1D

EYITY
TYITY
15235
(A %]
6ETTY
8ETTV
LETTY

YETTO
EETTY

O

R LDWIDE
PROTEIN DATA BANK

W



5DGF

wwPDB X-ray Structure Validation Summary Report

Page 32

€610
T6TTH
16219

88TTH
L8TTY

€810

18219
08210

SLTTY

€LTTD
thﬂb
69210
wwmﬂu
%9210
€92TH

i

L8210

18210
08z10
6%210

9%CTO

0vZIn

8ETTY
LETTD
9ETTY
SETTO
veTIy
€€TTH

0€TTY

LTTTV

STTIN

TLETN

69€10

LOETH

S9ETD
Y9ETH

CTOETN

09€TY

8GETH
LGETY

€9€10

TSETD
0SETN

LYETN
9YETY

0vETN

8EETD

SEETN

E€EETD
CTEETD
TEETV

8TETH

9TETY
STETY

2TETY
TCETY

8TETH

YIEIN

3

SO0ETN
Y0ETD

ToETN
00€TY
662TD

L6TTD

98710
SSPID
%9910

(420
18910

ia4231

8EVTH
LEVIN
9EVTY
SEVTH
veEVIN
® EE¥ID

€910
0EPIN
671D

0Z%10

61%1D

LIPTY

STPI0

SO%TH

(At
1071V
0071V

S6ETH
¥6€1D

06€TN

88ETY
L8ETH

F

TBETY

08€TN
6LETD

E€LETD

STATV

€249TH
(4441}

61510

LISTO

STGTV

Y1910

(43
11910
01810
60810

F

SO0STV

€0GTV
C0STH

00STD

Y6910

6L%TV

SLYTV
2545

TLPTD
TLYTY
0L%TD
6971V

3

SO%T0

[434%)

99910
9910

T98TH

[4i41)

9%S81H
SPETV
P10
£YaTY

T¥S1D

6€9TH
8EGTN

YESTD
€E€9TD
TESIN
T€S1D
0€STD
625910
824910

9TSeTY

£€9971D
991D

899TH
L9910

%9910
1991V
08910
6%91D
8Y9TV

SY91H

£%910
(4215

07910

L

TE9TY

6291D
82910

S29T10

ST9TD

YI9TY
€1910

1191V
0191H

80910
L091H
90910

%0910
£0910
CT09TD

mmmﬁu
96STD
96910
¥6S1D

LYLTD

€vL10

|

6ELTD
8ELIN

9ELTD

TELTY

TTLIY

LTLTD

TTLID

L

CTOLTY

S891H
%8910
£8910

ﬂwmﬂd
L1910
YLD
€LITD
TLOTD
ﬂhmﬂd
8991H

%9910

@ 0081V
66.10

L6LTV

88L1D

g98.10

[4:7h4 )
T8LIY
08.L19H
6LL10
8LLTD
LLLTD
OLLTV

E€LLTD

0LLT0

SOLTY

E9LTY
CTOLTY

09.1H

e Molecule 2

88410
LSLTD
9SLTV
SSLTV
PaLTY

67LTV
8YL1D

408 ribosomal protein SO0-A

18%

14%

41%

27%

20%

Chain S0

SHA

£7a
vd
THY

6EN
® 8td

9EX

€eh

® ETH
® ITL

LT
91T

v
€10
(4%
T1d
OTL

8a

684

1

S8Y

€80

08L
6.4

LLS
9.1

YLA
€LA
cLa

~
©
=1

6918

L9TH

SOTH

LSTA

9674

bs1a

248Td
1818
0S8Ta
6711
8%1d

YTI

Thid
® THII
0% TN
6ETA

L]
LETS
9ETV

PETY
€ETI

® 10T1

e Molecule 2

@ 86IH

¥61d

408 ribosomal protein SO0-A

20%

18%

15%

67%

Chain s0

O

R LDWIDE
PROTEIN DATA BANK

W



5DGF

wwPDB X-ray Structure Validation Summary Report

Page 33

0 © 0 O -
© © © ~ © ©
< < o a (] |

@
r}
]

9%H
SPA

o0 o oo
-
12
II - IIIIII}IIIIIIIIIIIII

6CA

~
o
~

811d

@® TTl

o
=
| 2]

<+
%

96L

R e

G8TYH
811

S1-A

1mn

40S ribosomal protei

e Molecule 3

. 16%

10%

e
0 o~
S RA
P ]

47%

30%
26%

Chain S1

67N

[
<
>

@ TvN

(X )
©
N
(2]

£€9D

811

6L1S

§L18
o ©LI

® TLI1
e TLII

6918

S9TYH
e %9TI

T9TI
09TH

000000
o
<
-
P

® 61Ty

L1271

CTITA
TICH
0721

80zh
L0271
90zd

%021
£0za

L6TI

CT6TA
1612

S1-A

m

40S ribosomal protei

e Molecule 3

T84

15%
-

8.a
L3

0.1

15%

® 897

e 991
® S9A

Ly1

i

£%A

69%

17%

Chain s1

8121

(]
91Ty

(414

602N
802D
L0T1
90gd

1

1811

LLTH

E€LTL

8STS

® €STH
28Ty

LYTV

4%

SETT

wTIN

i

® OT11

80Td

90TL

¥0t1a

@ €qtd

T2ed

52

in

40S ribosomal prote

e Molecule 4

14%

8%

47%

12%
30%

Chain S2

R LDWIDE

O

PROTEIN DATA BANK

W



5DGF

wwPDB X-ray Structure Validation Summary Report

Page 34

6211

LTTV
oTTH
SCTI
j£441

(444
12TA

6TTH
8TTV
LTTL
9TTH
STTI

€111

TTTA
OTTH
607D

SOTH
70TA

COoTA

190
® 994

€02y

86TL
LBTR
96TA
S6Td

261D
61V

L8711

€81V
281d

6LTA
@ 8.LII

9L18

ZA% S
€L1d

0L7I
6911
8974

S9TA
%918
€919

6GTL

it

18T
9371
® SaTv
$ST1
€318
2STH

® 0sTh
6%1D

LPIN

e vPIM
[42S

1514
o 0%1Y
e 681l

8£1d

9ETA

€ETH

0TI

TPea
® 0%z1

8ETS

® 9€td
g€

0ETH
6221

LT2Td

(445

€2TH

[
408 ribosomal protein S2

T2TL

® 81cl

S1cd
4141

(4348
T1CT

60CN

L0T1

e Molecule 4

S0TH

14%
-

LT

0La
691

29d

20%
-

89T

i
bsa
€91

TSL

9Py

66%

4%
-

Chain s2

g€

[434cs

8TTN

9TTL

44

TTTA
T2TL

81¢I

L0211

612

281d

9971

918
€919

69TL
TSTH
181d
0S1h
691D
221
THTY
STTI

STTI

€171

TTIA

164
961
S64
v60

)
)
[

[ ]
T64

88y

6%CV

8ETS
LETA
9€td

40S ribosomal protein S3

e Molecule 5

11%

7%

MO OO A
© OO~ NN
=Z2madB a4

e oY

7%

Sy
©
5

® TN

@ —
v} ©
| (5]

L8a

€461

e 0sI

50%

9%l
Sva
L
€%d
(4721

ovY
LEA
vER
1ed
L2y

9zL
e szd

36%
Ilil

(44

0za

[
o -
@
=

Chain S3

~
53

4241
A S
(429
15258

8ETA
LETA

SeTd
YETD
€ETD
CTETA

621S
SCTX

741
€CTA

L0T4
90TH
SOTH
%018

2OtV
T0T0

66A

AL

T6A
® 06Y

b

981

0o8v
6LL

L4

SN

261d
161d
06TYH

L8TH

0819
6LTh

® LLWW

SLTA

eLTd
TLIL
TLTY
0LTL

67TV
8YTH

oY TH

GTTR
4444

[
40S ribosomal protein S3

(444

0ced

91ed

€1cH
(4145

01gH
60CI

e Molecule 5

30%

7%

13%

81%

Chain s3

©
©
=1

R LDWIDE

©
N
|2

LON

el
PPl

LEA

O

PROTEIN DATA BANK

W



5DGF

wwPDB X-ray Structure Validation Summary Report

R LDWIDE

O

PROTEIN DATA BANK

W

Page 35

® 610 TN o I $6TL 7674 €90 | sTIN 1
I e T9A €211 €619 — e T9A LTTY 0671
° | 09F 445 | g6II ° ® T9k 9z1a 68TL
9471 e 69y 1493 1674 ® T8Ik | o9a | gerL | 88Td
01 . 89D 0ZTS 65 $TT1 1811
® LSN 6TTY 1 [ ° . . 8eT 987N
8971 < e 991 817 B 188 f 38Ty
[ | N ® asv L1748 8azh ° 95Y 8111 o 814
z9Th P 911a [ | L ° . asa LT €81V
L1919 PSS i 9819 agcy < ° 9TTH 281V
0978 e 291 HITI $8TL [ | ° N i . 181@
| 69TH 194 ety I zgcy ° ® HITI 0874
8411 08N TITH 1928 0LA eTTI 1
o 6% ° ® T18TA — oI [4a2'] 1471
° e 8vI ° e 0811 TTTA 9LTL
° o Lbd 6LTY avey 190 Loty 01
P 99 80T 1 wHTI 60T
oI L0TH 9.1a Biz4) | 8011 TLII
° ° 90T | ghed 87TH ° LOTY A
® ¢&id I 192D 951 TPl [ | 0LTh
° 1 1 1 o M €0TN 691N
° CT1ES €0TA £33 zoTY | 89TA
° < 0va ® 20TA 1828 < I L t019 1974
° n I ® 1011 9821 A 007N 997H
° 007H | egzk < e 9911
° LEX ® 664 veed 694 e ©91d
[WsgEl o 86N g€ey e 87l | go15
8z1d ged [ | [ | ° ® T9IA
LTTH | weD ® 6L ogea ° ° a6N 191a
| - gev 6V egesn °
9TTY ) | oees 8221 ) Th1 o TETT
9111 ~ 1€d ° LTTA =t © ° L0
° n o ogy ° wn w wn
° 6zd e 06I °
R 8zv e 681 i= 8eT §=
° L o Tk 88Q L ° 2z
m ® 920 L8H m ° i m
° o 984 ° 021S
. & .. s & e &
° — ° #8Y — ogy 81TH —
$0TS < (2o £8d < <
o m 120 ® 28k m o m
<
2 < | oz1 [ e 2 2 2
[ o n 611 o 08L ) ) o %1l
° o WM e sm o 6. e} — e} avia
=3 e L P avTH T e P o vo1E
961 ® 0zzd ~ | ot ° 1 EN 1 o £v1Y
ollEicyvn 2 ® Sid ° ZvTH N 021 »n zv1d
° 8121 o i THIL — S A 91D
e €6a \.mﬁ ~ £1V | owIA ~f ° 86N ~ o 0%IL
| zeb PR ° 65TA e | le3m .. 68T
16A (4141 © ol ° | 8EIR © ° 96N 4241 I~ e 8£TL
064 ﬂmmn_ <@ . 134 ° LETd <@ ° S6L [jeew | @ . ol T 1
- ° ° 98TA N e 02Tl Yo e 0L ag1a
ol 9674 w dp) o. 0024 w = l w p) e 694 I
° <@ o ° 6672 < - 2 o o[ I8STN e ccIA
e 78I ° o = e o ° 867 =) g e -3 o = ° Gm ola
o ° o L6TH 96TA 99 161
— ° M = f e 9T 9zTA 96TA M -~ g 96TI M = 0£1T
e 6Lk ° O v o oV STTY [seri’ o ) ey 1 ° O 621d




5DGF

wwPDB X-ray Structure Validation Summary Report

.

40S ribosomal prote

Page 36

etaaty
¥TTN

@ TTev

812d

i4%9'8

111

80cs

S0Ts

£0TH

10TV
00ZN

e Molecule 7

8611

7611

8%

18%

in S5

74%

9%

Chain sb

00N
661
86
€61
681

284
84

TLY

891

99b

10
©
~

€90

09a

98Y
q6a

£%d

0%1

LeD

Bed

621
8¢d

STT

{444

91zd

13148

702D
® £0cy

7611
€6TL

68TL

¥814

CTOTA

® LSTH

SeTY
® ©vS1v

[
40S ribosomal prote

@® TSTD
® 1§81

9YTL

i49 %)

611d

coTH

S6-A

m

e Molecule 8

6%

[
©N OO O
© © O O~
[T = e .

42%

47%

17%

Chain S6

® €&LI

o
N~
5

650
8493
18a

TSI
ey

8%L

©
<+
B4

o &
<+ <
A m

t44)

0Ed

824

9CTA

eI

oca

811

STL
4%

+

OTN

8d

+

2

[44

® S¥Td

[474%)
15459
0FTN
6ETN
8ETV
LETH
9ETH
SE€Td
¥ETD

T€TH

6CTA

9T1a
STTL

€TTH

LLT
9LT

egey

9121

1121

zozy
102l

® 66Th

€671
® 0670

8814

9814

8%
1.

14%

S6-A

78%

b

11

40S ribosomal prote

9%

e Molecule 8
Chain s6

SLTL

S91D

€971

vaTH
€GTA
2a1da

671X

1

8ETV

€ETT

6CTA
8CTL

ozra
611D

1

6071

€63

9121
o grTy

6LTA

S7T-A

408 ribosomal protein

e Molecule 9

56%

28%

16%

Chain S7

1
0%d
64

®
LEd

SeN
YET

i

610

L1d
911

PIL
€1d

o
© —
=1 n

oV

LTTE

745

T

® 161

68H
884
180
98b
e g8

£8Y%

00
~ 0
3] ]

LT
9L

Tl
TLH

69D
89V
191

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



5DGF

wwPDB X-ray Structure Validation Summary Report

Page 37

98T1d

813
€874

1871
08Th

8L19H
LLTL
9LT1

PLIN
® ELIX
CTLIA

.

891S

SOTH

(43
1970

S7T-A

8T1a

mn

40S ribosomal protei

e Molecule 9

12%

85%

12%
o o0 oo0o

Chain s7

EETL

TETd

231

80Th

901S

L6Y4

180

@ L1

SLL
yLD

oA
® €9d
CTOA
194

0sa

61
8I

st

40S ribosomal protein S8-A

9LT1

€914a

09Th

L}

SY1D

e Molecule 10

€911

6%

6%

48%

o o © ©0 o O
™ ® ® Mo
A < |2 H o<

40%

11%

Chain S8

197

654

LSY

ikt
®

78D
089
674
8%L

O%A
a%s
e ¥vH
€71

o
oy
~

TE€Y

I\l 10 © © o
o aaa N ®
" Mmoo ] ©

*» o
—-
< o

814

©
—
<

PIL
€1V

(15'}

(23
I==

9a

s
€I
(4]

e Tvi¥
0713

8ETN

TTTH

LTTR
9TTH

h49%°S

0TTH

80Td

® 901V
S0Ta
%011

Y8H

1

8.1

9LL
S
25

YON

[} ommx
LBTL
wmﬂq
Nmﬁw
6811
8813

[} hmﬂm
7811

@ €81I
181D

@ 6.10
814

@ LLID
wmﬂm
€L1d
cL1Y

0LTS

40S ribosomal protein S8-A

14%

[}

® LOTY
99T
9971
«mﬁm

® 0914
6GTh
1673
9GTA
9818

0STV
6718

o714

(47458

e Molecule 10

6%

13%

81%

Chain s8

TTTH

0ZTL

T0TI

683

® 8lI

9LL

§Z5)

193

694
8G1

[4:04

1

08D

e 9%A

621

S

1

8Td

0¥

S

€871

9.L18

GSTS

TSTIL
TG

6%1S

n

408 ribosomal protein S9-A

9ETS

e Molecule 11

6%

10%

57%

36%

26%

Chain S9

990
S9%
o=
€90
(4L
ToL
091
69T

® Ted
® TI€v

® 62%

® 8T1
® LTE

€Y

128

81d
L1Y

S1d

e TIL

LTTA
9CTH
STV
PCTH
€CTH
(449

163
063
680
883
188
981
SG8A

€84
[4:1
181
ol 081 |
6.4
8.4
BT

O

R LDWIDE
PROTEIN DATA BANK

W



5DGF

wwPDB X-ray Structure Validation Summary Report

Page 38

(42155

6.L74

9LIN

® v.iY

CTLIA

8974
® L9TV
991DH
S9TH

® €91d
291S

® 681V
8GT4d
LG1a

SGTH
® vIId

i

® 0811

@ 8¥IA

o 9714
SY1S

5499
THIN
e T¥IA
e O0%1I

® B8ETY

E€ETH

CETH

TE€T0
o 0ETL |
@® 6211
® 8TI1

e Molecule 11: 40S ribosomal protein S9-A

—
. 6%
I )

17%

77%

22%
I.

Chain s9:

[
]
o

® 8T11

STTH

e TITL

® 6071

€01a

e Lé61

€67

[
=3
@
a
[ ) L)
I
~
-
=

8y

8.4

ToL

it

691

9%S

t

8T1

[44]

i

LL

S81D

08Ty

L9TV

2918

LS10
® 9STI

LYTH

i

e Molecule 12: 40S ribosomal protein S10-A

59%

53%

38%

Chain CO:

STT
428

I

1

[
@
<

3

0000000
10
©
>

e Molecule 12: 40S ribosomal protein S10-A

17%

82%

42%

Chain c0:

000 000000000
~ -
© ~
=3 (%}

LGL

Lvh

SE€I

CEH

00000000000
Q
Ry
<

T4

veu
(x4}

10
-
pE|

o o
oo™
A= a

e Molecule 13: 408 ribosomal protein S11-A

281

9%

[
™
©
=

50%

41%

14%

Chain C1:

6931

o =
© ©
[

©
0
[

L83

¥4I
€4%

0ga
671

e 9%¥
S¥%d
429

TYIV

(472798
1543

6ETA
8ETN
® LETA

D E

O

R L DWI
PROTEIN DATA BANK

W



5DGF

. 6%

14%

80%

wwPDB X-ray Structure Validation Summary Report

6%

e Molecule 13: 40S ribosomal protein S11-A

Page 39
Chain c1:

ComI 1 ° |
oLN 07T
.69V 0%Td ° e 68TH
891 1 ° SETN
191 ° : |14 "
o 1 o 9EII ° 98Td
W 1 © STTA W GeTT
— €9 €ETT BN [ | HETA
<3
291 Czela — e £0TT | gety 3 I
. T9A 1810 ® 01 TETA — 6911
094 oI . 10TV 1 1
691 62T 0%
0%TA ° | 8q1 8TTV © ° 8TTA 6ETM
1 m 16V I S 1274 | semN
0£Td 953 ° = 063 L€1d
4 agH qzIN [ | 1
8210 HGY 2434 18d 8zTk
| | esL 47N | (493 |
o LIIA a1 TeIA e i ) 1 qe11
° 1 2TA > 6118 1
° LpE 0ZTA o < 8111 q111
ovy L ers ° L171 1
TTTA SITY €9 801Q
i ° o 2o [
06X & 9TTA T9A T0TH
| AL 1 (445 |
€81 ° o Loy 81
1 077X or1a 01
9LA 8€H | 601X 60T)
| 1 LEA 807X 1 o — o 8LN
L9¥ — ° — — — |
| p] p} wn 70TH n < 6.1
094 ° o £01a ™ $LI
i §= . oomn .o 2 e §= Czor1 §= s i
4ga m e el 663 m 2 m 10TH m 1.1
5 QI e o 6€Q o | 007d o 0L
° = o 161 = 8€H = 664 = 1
oF 62y 1 oF oF 861 @F 191
L7l — e 8Tl 6V — o — | 168 — °
1 < ° [Feea T ° < 961 < —
wol g 26V g g < [ ey g 09
1 &) L [®) o n e 76 =) °
0%1 @ = @ @ T e | oeed =z
1 LAW = 681 LAW Lw z61 Lw 9L
GER = = = 167 = 1
I = = I 06% = 52
£€Y n [P n 684 N
e o S S e 61 S .+
e IEL e ~ e + 180 ~
1 .. o €81 . g oo g Cl1d .. 0€s
9z ~ - o zega X~ 0 ° 0 625
1 — 180 — — o a1 — %-
m
o1Z <) .. 08N ) o) .. e 8Y ) o+
- — N 6LY — — o — .
= = & _ = _ 1 =) e
LA 3} (@) 8.1 3} ) 9€T1 3 (@) 6% 3 (S zey
[ B o | <2 o | <2 o | L8 I <2 o Ten
e 4T o 3= QLA o = 1€10 o 3= o 9.9 o 3= 1
o PL1 o qL1 6911 9s
.. = o= = .l 2 2 mmm o - -
° ° @) 7% ° @) ° @) %) gLy €918 ° @)

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

e Molecule 16: 40S ribosomal protein S14-A



5DGF

7%

.

12%

45%

wwPDB X-ray Structure Validation Summary Report

35%

26%

Page 40
Chain C4:

13%

TSa 9CTL 083

[ | LETT ° L9V | gon
L9A | ogTd o | 198

[ | e et %93 e 094
€9v e o | I
[ | e £gT 091 ° ° .

18d X ° < 653 . ° ° ® LS1
948 © X | osei 621D o |99
ggs . ° ph LGH e 8zIH . ocTy EN qGA
vsa 94 Ps I o 9T
£3a 8zTH o | oge €91
zey Pida't 19 ° »9Y 12Ty 1

® €CIk ® §cid 678
CTIL yTIL 8%A

32
=
21%
000
©
=1
9%

o 8w €218 081 1430 o L
° zeid l 0218 ° o%d
° 1ZTA ° 6114 o awu
e 0zid LvY 811 ° | w1
[a0) e 6TIL ° — 1 €91
€Y1 e 8ITA TSy STIk ° | Tva
[ ewn | o180 LETT £vy 1 . T%d
e T ° 0V 98T 421 (4351 ° = oI
e 0%V [ | ©TEA TTTH n
® 68l €119 ° geTY 0%y e 98 8T
olligEl (443 zeTy = N [ | ° = e 98I
sy 1 €79 = ! LY ° = e 18I °
[Wegil e lomu — o) 9€T o) 01
gen | 9oty = oged 2014 = vES
olsEsH so11 <D gzis veA .I = o osi < [ een
€1 Y01V <H ceid o eed 0 i o) e N
zea ° — — | eea 669 — ° — TEA
TEL o. 8} Led wn 188 86N [p) wn I
0€L L6A X 693 °
ol 001 B~ ° B~ | ees — = S e 89 R 821
® 8zA OI m N m ® 8zi ° w 1 m 129
o i ) 2 e ° o [NEEl e e6n o) Tou o Lo
| eeL = o = 9T1 1 = 1 = Sz9
sza & 9zl ° oN 9zl 061 oF e cai oF | owey
el — ° ° — wel e 68H — 1 — €23
[ ] © ° ® 801§ © et 88 © 98T © o TaA
i g o s g [ TV g | g o o
® 0k @) oI ° @) 120 981 o STH o . o 0z
I % ° ° % < 0zA g1 % Phoct % < 8 | 6T
B e ® Oz A EN |6 %81 3 1 S S~ 8TV
= o = m 814 | oesn = o =T ozl
= m = o Lii e 8N = 1 = o1V
wn o @) 918 184 wn ozA [@p) o[igTs
%84 ) v1d S R qTH . osH ) 1 ) o v
ofiiesty [ e = 1 6.H A L1& ~ e £mi
“ z1h .« ) [} 8LL _ol. 91S .. .I
© 1S b~ L0 I~ ~ | gl 0 o 110
— — ° o 9lA — 1L — P ¥
.V.C .V.C . S.d .P.U .M.b .. ° 6L
= 4 = B Sy = 3 = L e w
O ) 3] O £Ld O (5] ) O o
= = = = o = = ° = =g °
@] .m @] .m TL8 o .m o .m [ ]
M -~ T8 M ) M = l M < °
° @) [ ) (@) 89d ° (@) ° @)

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



5DGF

wwPDB X-ray Structure Validation Summary Report

Page 41

6074

® LOTX

S0T1
%012

2Ot
1018

LBA

68T
88D

98Y

08Y

LLD
9.LS

[
e Molecule 18: 40S ribosomal protein S16-A

® T¥%IX
1918

6ETh

SETH
veETY

T€TD
0€TH
6214

18%

82%

17%
(X )

Chain c6:

8TTI

9111

0LL

894

LG

® §9A

€41

e€vI

o
Sl
[}

[0hc

)
2
=

LEL

3

821

#

=
I~
i
[p]
=
o
Q
)
Qo
—
(o
—
=
Q
wn
Q
e}
o
—
[P
=]
~
N
i
=
jm]
QO
=
=
[

12%

9%

3

50%

27%

X
<
N

Chain CT:

290
ToI

693
89N
LST

o006 oo
o
©
=

SeL
oL
€GK
[4h}

8YN

e %TiA

@ 2TII

v11D
€111

1315
OTTA
6071
801ad

SOTh

664
86D

968
S6Y

€8h

— o
© ©
X A

6.3

Pk
e WL

[
®
~
=}

e Molecule 19: 40S ribosomal protein S17-A
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e Molecule 21: 40S ribosomal protein S19-A
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e Molecule 26: 40S ribosomal protein S24-A
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e Molecule 34: Guanine nucleotide-binding protein subunit beta-like protein
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e Molecule 34: Guanine nucleotide-binding protein subunit beta-like protein
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e Molecule 82: 60S ribosomal protein P1 alpha/P2 beta

Chain p1: 100%
There are no outlier residues recorded for this chain.

e Molecule 82: 60S ribosomal protein P1 alpha/P2 beta

Chain p2: 98%

e Molecule 83: Eukaryotic translation initiation factor 5A-1
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e Molecule 84: CH-CH-8AN-PRO-PRO
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4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 435.58A 287.33A  303.82A .
Depositor
a, b, c, a, B,y 90.00° 98.95° 90.00°
. 99.53 - 3.30 Depositor
Resolution (4) 99.53 — 3.30 EDS
% Data completeness 100.0 (99.53-3.30) Depositor
(in resolution range) 99.9 (99.53-3.30) EDS
Rinerge 0.59 Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.34 (at 3.33A) Xtriage
Refinement program PHENIX Depositor
R R 0.251 0.310 Depositor
» hfree 0.258 , (Not available) DCC
Ryree test set No test flags present. DCC
Wilson B-factor (A?) 85.9 Xtriage
Anisotropy 0.176 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.32, 74.2 EDS
L-test for twinning” <|L| > =046, < [*> =10.28 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.88 EDS
Total number of atoms 404292 wwPDB-VP
Average B, all atoms (A?) 79.0 wwPDB-VP

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

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

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: ZN,
CH, SPS, MG, OHX, 8AN

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

angles).
. Bond lengths Bond angles

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

1 2 0.36 0,/42467 0.89 | 42/66169 (0.1%)
1 6 0.43 0,/42790 0.93 | 50/66673 (0.1%)
2 S0 0.28 0/1617 0.50 0/2215

2 sO 0.29 0/1623 0.51 0/2222

3 S1 0.26 0/1735 0.50 0/2335

3 sl 0.32 0/1748 0.53 0/2352

4 S2 0.30 0/1665 0.52 0/2263

1 52 0.33 0/1665 0.55 1/2263 (0.0%)
3 S3 0.29 0/1759 0.47 0/2368

d s3 0.27 0/1759 0.47 0/2368

6 S4 0.29 0/2109 0.53 0/2839

6 s4 0.34 0/2109 0.55 0/2839

7 S5 0.27 0/1629 0.50 0/2202

7 85 0.28 0/1629 0.48 0/2202

8 S6 0.29 0/1823 0.47 0/2439

8 s6 0.33 0/1779 0.53 0/2379

9 ST | 0.28 0/1506 053 | 1/2028 (0.0%)
9 s7 0.29 0/1516 0.52 0/2043

10 S8 0.30 0/1514 0.51 0/2021

10 s8 0.34 0/1514 0.52 0/2021

11 S9 0.29 0/1519 0.48 0/2035

11 s9 0.31 0/1519 0.50 0/2035

12 | CO0 | 0.28 0/725 0.44 0/978

12 | <0 | 027 0/713 0.51 1/961 (0.1%)
13 C1 0.31 0/1185 0.50 0/1598

13 cl 0.36 0/1185 0.55 0/1598

14 C2 0.26 0/819 0.49 0/1109

14 c2 0.22 0/819 0.47 0/1109

15 | 03 | 031 0/1215 052 | 1/1638 (0.1%)
15 c3 0.33 0/1215 0.51 0/1638

16 C4 0.26 0/901 0.51 0/1217

16 c4 0.30 0/960 0.54 0/1290
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. Bond lengths Bond angles

Mol | Chain | o7 #Z| >5 RMSZ #Z| >5
17 Ch 0.31 0/988 0.54 0/1327

17 cb 0.29 0/1030 0.52 0/1384

18 C6 0.29 0/1125 0.54 2/1510 (0.1%)
18 c6 0.29 0/1131 0.51 0/1518

19 c7 0.30 0/935 0.52 0/1254

19 c7 0.27 0/914 0.50 0/1224

20 C8 0.30 0/1211 0.51 0/1628

20 c8 0.28 0/1211 0.49 0/1628

21 C9 0.29 0/1130 0.48 0/1517

21 c9 0.29 0/1130 0.47 0/1517

22 DO 0.30 0/865 0.52 0/1169

22 do 0.29 0/892 0.49 0/1205

23 D1 0.29 0/693 0.49 0/935

23 d1 0.31 0/693 0.50 0/935

24 D2 0.30 0/1038 0.55 1/1395 (0.1%)
24 d2 0.35 0/1038 0.56 1/1395 (0.1%)
25 D3 0.35 0/1139 0.55 0/1518

25 d3 0.38 0/1139 0.57 0/1518

26 D4 0.29 0/1087 0.47 0/1449

26 d4 0.31 0/1087 0.51 0/1449

27 D5 0.26 0/571 0.55 0/768

27 db 0.26 0/566 0.47 0/761

28 D6 0.29 0/782 0.53 0/1047

28 d6 0.34 0/782 0.53 0/1047

29 D7 0.29 0/620 0.51 0/838

29 d7 0.28 0/620 0.49 0/838

30 D8 0.27 0/499 0.47 0/670

30 d8 0.28 0/499 0.49 0/670

31 D9 0.32 0/452 0.55 1/600 (0.2%)
31 d9 0.33 0/452 0.50 0/600

32 EO 0.28 0/483 0.48 0/643

32 e0 0.32 0/499 0.54 0/665

33 E1 0.29 0/577 0.56 0/770

33 el 0.29 0/619 0.58 0/822

34 SR 0.26 0/2490 0.49 0/3389

34 sR 0.25 0/2495 0.44 0/3395

35 SM 0.31 0/925 0.54 1/1240 (0.1%)
35 sM 0.31 0/480 0.53 0/642

36 1 0.56 0/75394 1.03 | 115/117545 (0.1%)
36 5 0.59 | 2/75865 (0.0%) 1.05 | 143/118275 (0.1%)
37 3 0.46 0/2883 0.91 0/4491

37 7 0.55 0/2883 1.00 2/4491 (0.0%)
38 4 0.53 0/3746 1.00 5/5832 (0.1%)
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. Bond lengths Bond angles
Mol | Chain | o7 #Z| >5 RMSZ #Z| >5
38 8 0.52 0/3746 0.97 2/5832 (0.0%)
39 L2 0.37 0/1948 0.57 0/2617
39 12 0.40 0/1946 0.62 0/2614
40 L3 0.39 0/3146 0.56 0/4228
40 13 0.45 0/3146 0.58 0/4228
41 L4 0.41 0/2800 0.61 0/3790
41 14 0.41 1/2800 (0.0%) 0.63 2/3790 (0.1%)
42 L5 0.35 0/2425 0.53 0/3271
42 15 0.42 0/2408 0.55 0/3248
43 L6 0.39 0/1260 0.55 0/1694
43 16 0.41 0/1269 0.57 0/1705
44 L7 0.42 0/1821 0.59 0/2451
44 17 0.43 0/1828 0.62 2/2461 (0.1%)
45 L8 0.31 0/1836 0.53 0/2481
45 18 0.32 0/1796 0.51 0/2431
46 L9 0.36 0/1539 0.56 0/2073
46 19 0.40 0/1539 0.57 0/2073
47 MO 0.40 1/1741 (0.1%) 0.55 0/2335
47 m0 0.43 0/1758 0.61 2/2358 (0.1%)
48 M1 0.31 0/1374 0.50 0/1842
48 ml 0.38 0/1374 0.59 1/1842 (0.1%)
49 M3 0.40 0/1568 0.59 0/2106
49 m3 0.37 0/1573 0.57 0/2113
50 M4 0.40 0/1068 0.54 0/1438
50 m4 0.41 0/1074 0.57 0/1446
51 M5 0.38 0/1757 0.56 0/2354
o1 mb 0.36 0/1757 0.55 0/2354
52 M6 0.44 0/1585 0.59 0/2128
52 m6 0.50 0/1585 0.61 0/2128
53 M7 0.41 0/1443 0.58 0/1944
53 m7 0.44 0/1250 0.59 0/1683
54 M8 0.39 0/1465 0.60 0/1965
o4 m8 0.39 0/1465 0.60 0/1965
55 M9 0.31 0/1538 0.49 0/2050
55 m9 0.34 0/1538 0.51 0/2050
56 NO 0.39 0/1481 0.56 0/1990
56 n0 0.44 0/1481 0.59 0/1990
57 N1 0.40 0/1300 0.56 1/1743 (0.1%)
57 nl 0.43 0/1300 0.55 0/1743
58 N2 0.30 0/812 0.48 0/1099
58 n2 0.32 0/794 0.52 0/1076
59 N3 0.39 0/1018 0.57 0/1369
59 n3 0.45 0/1018 0.61 0/1369
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. Bond lengths Bond angles
Mol | Chain | o7 #1Z) >5 RMSZ #1Z) >5
60 N4 0.31 0/712 0.50 0/958
60 n4 0.35 0/1052 0.51 0/1398
61 N5 0.33 0/979 0.55 0/1321
61 ndb 0.36 0/974 0.57 0/1314
62 N6 0.35 0/1004 0.62 2/1341 (0.1%)
62 n6 0.35 0/1004 0.57 0/1341
63 N7 0.30 0/1118 0.50 0/1497
63 n7 0.31 0/1118 0.51 0/1497
64 N8 0.41 0/1204 0.62 0/1612
64 nd 0.40 0/1204 0.61 0/1612
65 N9 0.38 0/473 0.60 0/629
65 n9 0.43 0/473 0.67 0/629
66 00 0.30 0/751 0.47 0/1008
66 o0 0.31 0/775 0.52 0/1040
67 01 0.34 0/890 0.52 0/1196
67 ol 0.41 0/897 0.60 0/1205
68 02 0.43 0/1041 0.63 0/1394
68 02 0.44 0/1041 0.62 0/1394
69 03 0.48 0/868 0.56 0/1168
69 03 0.48 0/868 0.58 0/1168
70 04 0.34 0/890 0.54 0/1189
70 o4 0.34 0/890 0.58 0/1189
71 05 0.37 0/978 0.57 0/1301
71 05 0.34 0/974 0.53 0/1297
72 06 0.37 0/778 0.60 0/1034
72 06 0.34 0/777 0.54 0/1033
73 o7 0.42 0/696 0.61 0/923
73 o7 0.40 0/696 0.59 0/923
74 08 0.30 0/618 0.47 0/826
74 08 0.31 0/614 0.54 0/822
75 09 0.39 0/443 0.58 0/588
75 09 0.39 0/443 0.53 0/588
76 QO 0.43 0/423 0.60 0/562
76 q0 0.45 0/423 0.55 0/562
7 Q1 0.36 0/234 0.59 0/300
7 ql 0.43 0/234 0.62 0/300
78 Q2 0.53 1/860 (0.1%) 0.63 0/1136
78 q2 0.52 1/860 (0.1%) 0.63 1/1136 (0.1%)
79 Q3 0.37 0/701 0.59 0/934
79 q3 0.43 0/701 0.56 0/934
81 p0 0.27 0/977 0.48 0/1313
83 f 0.34 0/1131 0.58 0/1522
84 B 0.31 0/15 0.54 0/20
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. Bond lengths Bond angles
Mol | Chain | o7 #Z| >5 RMSZ #Z| >5
84 C 0.41 0/15 0.80 0/20
All | Al | 046 | 6/431576 (0.0%) | 0.85 | 380/633602 (0.1%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
18 c6 0 1
19 c7 0 1
27 D5 0 1
39 12 0 1
44 L7 0 1
52 M6 0 1
64 n8 0 1
65 N9 0 1
65 n9 0 1
83 t 0 1
All All 0 10

The worst 5 of 6 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
78 q2 17 CYS | CB-SG | 8.77 1.97 1.82
78 Q2 17 CYS | CB-SG | 7.99 1.95 1.82
36 d 1152 G N9-C4 | -5.86 1.33 1.38
36 ) 942 U C4-04 | 5.25 1.27 1.23
47 MO 8 CYS | CB-SG | -5.03 1.73 1.81

The worst 5 of 380 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms y/ Observed(°) | Ideal(?)
36 Y 1152 G N3-C4-N9 | -11.60 119.04 126.00
36 3 1152 G N3-C4-C5 | 11.31 134.25 128.60
36 3 2726 C C6-N1-C2 | -9.68 116.43 120.30
36 3 1152 G C2-N3-C4 | -9.61 107.10 111.90
36 1 406 G 04’-C1’-N9 | 9.54 115.83 108.20

There are no chirality outliers.

5 of 10 planarity outliers are listed below:
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Mol | Chain | Res | Type | Group
19 C7 85 | VAL | Peptide
27 D5 94 | LYS | Peptide
44 L7 157 | ASN | Peptide
52 M6 110 | PRO | Peptide
65 N9 20 | GLY | Peptide

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 2 37970 0 19106 823 0
1 6 38260 0 19252 792 0
2 SO 1577 0 1567 142 0
2 sO 1583 0 1578 0 0
3 S1 1709 0 1784 128 0
3 sl 1722 0 1793 0 0
4 S2 1635 0 1723 138 0
4 s2 1635 0 1723 0 0
3 S3 1734 0 1817 116 0
d s3 1734 0 1817 0 0
6 S4 2068 0 2154 182 0
6 s4 2068 0 2154 0 0
7 SH 1609 0 1675 118 0
7 sD 1609 0 1675 0 0
8 S6 1799 0 1879 109 0
8 s6 1755 0 1846 0 0
9 S7 1481 0 1572 114 0
9 s7 1491 0 1578 0 0
10 S8 1489 0 1525 114 0
10 s8 1489 0 1525 0 0
11 S9 1494 0 1573 151 0
11 s9 1494 0 1573 0 0
12 Co 773 0 714 o7 0
12 c0 762 0 689 0 0
13 Cl1 1214 0 1237 85 0
13 cl 1168 0 1226 0 0
14 C2 892 0 872 64 0
14 c2 892 0 869 0 0
15 C3 1192 0 1255 90 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
15 c3 1192 0 1255 0 0
16 C4 891 0 883 78 0
16 c4 949 0 985 0 0
17 Ch 977 0 1004 82 0
17 cd 1039 0 1041 0 0
18 C6 1105 0 1166 85 0
18 ch 1111 0 1171 0 0
19 c7 926 0 930 85 0
19 c’ 906 0 909 0 0
20 C8 1192 0 1222 100 0
20 c8 1192 0 1222 0 0
21 C9 1112 0 1124 86 0
21 c9 1112 0 1124 0 0
22 DO 855 0 917 71 0
22 do 882 0 939 0 0
23 D1 684 0 672 75 0
23 dl 684 0 672 0 0
24 D2 1021 0 1060 97 0
24 d2 1021 0 1060 0 0
25 D3 1121 0 1196 90 0
25 d3 1121 0 1196 0 0
26 D4 1073 0 1132 91 0
26 d4 1073 0 1132 0 0
27 D5 563 0 603 52 0
27 db 258 0 098 0 0
28 D6 769 0 814 80 0
28 d6 769 0 814 0 0
29 D7 610 0 630 41 0
29 d7 610 0 631 0 0
30 D8 497 0 535 43 0
30 d8 497 0 035 0 0
31 D9 442 0 428 32 0
31 d9 442 0 428 0 0
32 EO 475 0 925 29 0
32 el 491 0 042 0 0
33 E1 566 0 602 49 0
33 el 608 0 657 0 0
34 SR 2437 0 2386 150 0
34 sR 2442 0 2392 0 1
35 SM 1105 0 959 67 0
35 sM 680 0 042 0 0
36 1 67355 0 33848 1240 1

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
36 3 67780 0 34065 1205 0
37 3 2579 0 1304 61 0
37 7 2579 0 1304 46 0
38 4 3353 0 1695 99 0
38 8 3353 0 1695 70 0
39 L2 1914 0 1981 172 0
39 12 1912 0 1976 0 0
40 L3 3075 0 3142 240 0
40 13 3075 0 3142 0 0
41 L4 2748 0 2859 219 0
41 14 2748 0 2859 0 0
42 L5 2375 0 2325 188 0
42 15 2359 0 2311 0 0
43 L6 1239 0 1326 79 0
43 16 1248 0 1339 0 0
44 L7 1784 0 1862 131 0
44 17 1791 0 1869 0 0
45 L8 1804 0 1875 114 0
45 18 1764 0 1821 0 0
46 L9 1518 0 1587 120 0
46 19 1518 0 1587 0 0
47 MO 1705 0 1736 146 0
47 m0 1722 0 1755 0 0
48 M1 1353 0 1383 81 0
48 ml 1353 0 1383 0 0
49 M3 1543 0 1608 137 0
49 m3 1548 0 1613 0 0
50 M4 1053 0 1149 82 0
20 m4 1059 0 1154 0 0
o1 M5 1720 0 1779 139 0
o1 mo 1720 0 1779 0 0
52 M6 1555 0 1659 106 0
52 m6 1555 0 1659 0 0
53 M7 1420 0 1437 100 0
53 m7 1227 0 1236 0 0
o4 M8 1441 0 1543 108 0
24 m8 1441 0 1543 0 0
25 M9 1521 0 1617 112 0
Hh) m9 1521 0 1617 0 0
26 NO 1445 0 1487 98 0
26 n0 1445 0 1487 0 0
o7 N1 1276 0 1323 99 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
a7 nl 1276 0 1323 0 0
o8 N2 796 0 812 38 0
o8 n2 778 0 791 0 0
29 N3 1003 0 1048 72 0
29 n3 1003 0 1048 0 0
60 N4 699 0 640 43 0
60 n4 1038 0 1071 0 0
61 N5 964 0 1025 71 0
61 nd 959 0 1023 0 0
62 N6 993 0 1081 79 0
62 n6 993 0 1081 0 0
63 N7 1092 0 1155 93 0
63 n7 1092 0 1155 0 0
64 N8 1173 0 1215 108 0
64 n8 1173 0 1215 0 0
65 N9 462 0 491 34 0
65 n9 462 0 491 0 0
66 00 743 0 797 ol 0
66 o0 767 0 816 0 0
67 01 876 0 912 60 0
67 ol 883 0 918 0 0
68 02 1020 0 1090 76 0
68 02 1020 0 1090 0 0
69 03 850 0 880 64 0
69 03 850 0 880 0 0
70 04 880 0 945 69 0
70 04 880 0 945 0 0
71 05 969 0 1078 92 0
71 09 965 0 1067 0 0
72 06 771 0 849 69 0
72 06 770 0 846 0 0
73 o7 681 0 683 53 0
73 o7 681 0 683 0 0
74 08 612 0 682 42 0
74 08 608 0 671 0 0
75 09 436 0 475 33 0
75 09 436 0 475 0 0
76 QO 417 0 455 23 0
76 q0 417 0 455 0 0
77 Q1 233 0 284 22 0
77 ql 233 0 284 0 0
78 Q2 847 0 914 50 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
78 q2 847 0 914 0 0
79 Q3 694 0 734 o6 0
79 q3 694 0 734 0 0
80 m2 750 0 185 0 0
81 p0 1077 0 1012 0 0
82 pl 235 0 23 0 0
82 p2 230 0 92 0 0
83 f 1116 0 1108 0 0
84 B 76 0 49 3 0
84 C 73 0 49 4 0
85 D6 1 0 0 0 0
85 D7 1 0 0 0 0
85 D9 1 0 0 0 0
85 E1 1 0 0 0 0
85 o7 1 0 0 0 0
85 QO 1 0 0 0 0
85 Q2 1 0 0 0 0
85 Q3 1 0 0 0 0
85 d6 1 0 0 0 0
85 d7 1 0 0 0 0
85 d9 1 0 0 0 0
85 el 1 0 0 0 0
85 o7 1 0 0 0 0
85 q0 1 0 0 0 0
85 q2 1 0 0 0 0
85 q3 1 0 0 0 0
86 1 23 0 18 2 0
86 B 23 0 18 3 0
87 1 3 0 0 0 0
87 5 Y 0 0 0 0
87 B 1 0 0 0 0
87 C 1 0 0 0 0
87 f 2 0 0 0 0
88 1 14 0 0 0 0
88 5 7 0 0 0 0
89 5 2 0 0 0 0
89 t 10 0 0 0 0
All All 404292 0 298868 9280 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 14.

The worst 5 of 9280 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:6:104:A:H61 1:6:308:C:H5’ 1.29 0.96
1:2:1456:C:H5” 1:2:1457:C:H5” 1.49 0.94
34:SR:82:SER:HG | 34:SR:92:TRP:HE1 2.15 0.94
36:5:438:A:N1 36:5:621:A:N6 2.17 0.92
36:5:3274:A:H3’ 36:5:3275:U:H5” 1.51 0.92

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)
36:1:3153:U:04 | 34:sR:79:TYR:OH|[2_656] 2.12 0.08

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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

of similar resolution.

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

analysed, and the total number of residues.

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
2 S0 204/251 (81%) 151 (74%) | 30 (15%) | 23 (11%) |
2 s0 204,251 (81%) 164 (30%) | 25 (12%) | 15 (7%)

3 S1 212/254 (84%) 152 (72%) | 38 (18%) | 22 (10%)

3 s1 214/254 (84%) 168 (78%) | 33 (15%) | 13 (6%)
4 32 215/253 (85%) 168 (78%) | 33 (15%) | 14 (6%)
4 82 215/253 (85%) 168 (78%) | 33 (15%) | 14 (6%)
5 33 221/239 (92%) 187 (85%) | 26 (12%) | 8 (4%)
5 s3 221/239 (92%) 176 (80%) | 35 (16%) | 10 (4%)
6 S4 258/260 (99%) 202 (78%) | 46 (18%) | 10 (4%)
6 s4 258/260 (99%) 189 (73%) | 53 (20%) | 16 (6%)
7 S5 204/224 (91%) 155 (76%) | 37 (18%) | 12 (6%)
7 s5 204,224 (91%) 160 (78%) | 29 (14%) | 15 (7%)
8 S6 224/236 (95%) 193 (86%) | 22 (10%) | 9 (4%)

Continued on next page...
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
8 s6 216/236 (92%) 182 (84%) 22 (10%) 12 (6%)
9 ST 182/189 (96%) 134 (74%) 27 (15%) 21 (12%)
9 s7 184/189 (97%) 152 (83%) 20 (11%) 12 (6%)
10 S8 184/200 (92%) 151 (82%) 24 (13%) 9 (5%)
10 s8 184/200 (92%) 157 (85%) 20 (11%) 7 (4%)
11 S9 183/196 (93%) 149 (81%) 23 (13%) 11 (6%)
11 s9 183/196 (93%) 147 (80%) 27 (15%) 9 (5%)
12 Co 82/96 (85%) 71 (87%) 8 (10%) 3 (4%)
12 c0 82/96 (85%) 56 (68%) 16 (20%) 10 (12%)
13 C1 143/155 (92%) 116 (81%) 18 (13%) 9 (6%)
13 cl 143/155 (92%) 115 (80%) 21 (15%) 7 (5%)
14 C2 107/142 (75%) 70 (65%) 27 (25%) 10 (9%)
14 c2 107/142 (75%) 75 (70%) 22 (21%) 10 (9%)
15 C3 148/150 (99%) 124 (84%) 20 (14%) 4 (3%)
15 c3 148/150 (99%) 116 (78%) 23 (16%) 9 (6%)
16 C4 125/136 (92%) 81 (65%) 33 (26%) 11 (9%)
16 cd 126/136 (93%) 96 (76%) 15 (12%) 15 (12%)
17 Cbh 121/141 (86%) 95 (78%) 12 (10%) 14 (12%)
17 cb 128/141 (91%) 98 (77%) 19 (15%) 11 (9%)
18 C6 139/142 (98%) 116 (84%) 14 (10%) 9 (6%)
18 c6 140/142 (99%) 118 (84%) 13 (9%) 9 (6%)
19 c7 116/136 (85%) 82 (71%) 23 (20%) 11 (10%)
19 o 113/136 (83%) 93 (82%) 13 (12%) 7 (6%)
20 C8 143/145 (99%) 116 (81%) 17 (12%) 10 (7%)
20 c8 143/145 (99%) 120 (84%) 16 (11%) 7 (5%)
21 C9 141/143 (99%) 115 (82%) 18 (13%) 8 (6%)
21 c9 141/143 (99%) 120 (85%) 15 (11%) 6 (4%)
22 DO 105/120 (88%) 89 (85%) 9 (9%) 7 (7%)
22 do 108/120 (90%) 89 (82%) 14 (13%) 5 (5%)
23 D1 85/87 (98%) 66 (78%) 11 (13%) 8 (9%)
23 dl 85/87 (98%) 63 (74%) 17 (20%) 5 (6%)

WO RLDWIDE
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
24 D2 127/129 (98%) 116 (91%) 8 (6%) 3 (2%)

24 d2 127/129 (98%) 107 (84%) | 17 (13%) 3 (2%)

25 D3 142/144 (99%) 109 (77%) | 21 (15%) | 12 (8%)

25 d3 142/144 (99%) 117 (82%) | 20 (14%) 5 (4%)

26 D4 132/134 (98%) 109 (83%) | 13 (10%) | 10 (8%)

26 d4 132/134 (98%) 110 (83%) | 15 (11%) 7 (5%)

27 D5 68/107 (64%) 48 (71%) 13 (19%) | 7 (10%)

27 d5 67/107 (63%) 51 (76%) 15 (22%) 1 (2%)

28 D6 95/97 (98%) 56 (59%) 21 (22%) | 18 (19%)

28 d6 95/97 (98%) 66 (70%) 20 (21%) | 9 (10%)

29 D7 79/81 (98%) 61 (77%) 15 (19%) 3 (4%)

29 d7 79/81 (98%) 61 (77%) 14 (18%) 4 (5%)

30 D8 61/66 (92%) 50 (82%) 9 (15%) 2 (3%)

30 ds 61/66 (92%) A7 (T7%) 11 (18%) 3 (5%)

31 D9 51/55 (93%) 39 (76%) 9 (18%) 3 (6%)

31 d9 51/55 (93%) 41 (80%) 8 (16%) 2 (4%)

32 E0 58/62 (94%) 46 (79%) 10 (17%) 2 (3%)

32 e0 60/62 (97%) 40 (67%) 12 (20%) | 8 (13%) 0|

33 El 69/76 (91%) 35 (51%) 17 (25%) | 17 (25%) 0]

33 el 74/76 (97%) 36 (49%) 21 (28%) | 17 (23%) 0|

34 SR 316/318 (99%) 263 (83%) | 36 (11%) | 17 (5%)

34 sR 316/318 (99%) 252 (80%) | 53 (17%) | 11 (4%)

35 SM 120/273 (44%) 91 (76%) 18 (15%) | 11 (9%)

35 sM 61/273 (22%) 42 (69%) 11 (18%) | 8 (13%) 0|

39 L2 250/253 (99%) 213 (85%) | 27 (11%) | 10 (4%)

39 12 250/253 (99%) 205 (82%) | 30 (12%) | 15 (6%) 15
40 L3 384/386 (100%) 316 (82%) | 49 (13%) | 19 (5%) 19
40 13 384/386 (100%) 330 (86%) | 39 (10%) | 15 (4%) 25
41 L4 359/361 (99%) 201 (81%) | 46 (13%) | 22 (6%) 14
41 14 359/361 (99%) 296 (82%) | 43 (12%) | 20 (6%) 16
42 L5 294/296 (99%) 232 (79%) | 44 (15%) | 18 (6%) 14

WO RLDWIDE
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
42 15 292/296 (99%) 248 (85%) 38 (13%) 6 (2%)
43 L6 152/175 (87%) 122 (80%) 27 (18%) 3 (2%)
43 16 153/175 (87%) 125 (82%) 24 (16%) 4 (3%)
44 L7 220/243 (90%) 185 (84%) 24 (11%) 11 (5%)
44 17 221/243 (91%) 192 (87%) 21 (10%) 8 (4%)
45 L8 231/255 (91%) 190 (82%) 30 (13%) 11 (5%)
45 18 229/255 (90%) 174 (76%) 40 (18%) 15 (7%)
46 L9 189/191 (99%) 145 (77%) 29 (15%) 15 (8%)
46 19 189/191 (99%) 158 (84%) 24 (13%) 7 (4%)
47 MO 207/220 (94%) 161 (78%) 37 (18%) 9 (4%)
47 m0 209/220 (95%) 169 (81%) 29 (14%) 11 (5%)
48 | M1 167/173 (96%) 128 (77%) | 27 (16%) | 12 (7%) |
48 ml 167/173 (96%) 145 (87%) 9 (5%) 13 (8%)
49 M3 191/198 (96%) 153 (80%) 30 (16%) 8 (4%)
49 m3 192/198 (97%) 152 (79%) 27 (14%) 13 (7%)
50 M4 134/137 (98%) 116 (87%) 12 (9%) 6 (4%)
50 m4 135/137 (98%) 117 (87%) 15 (11%) 3 (2%)
51 M5 201/203 (99%) 175 (87%) 20 (10%) 6 (3%)
51 mb 201/203 (99%) 178 (89%) 18 (9%) 5 (2%)
52 M6 195/198 (98%) 174 (89%) 12 (6%) 9 (5%)
52 m6 195/198 (98%) 172 (88%) 20 (10%) 3 (2%)
53 M7 181/183 (99%) 151 (83%) 25 (14%) 5 (3%)
53 m7 153/183 (84%) 137 (90%) 14 (9%) 2 (1%)
54 M8 183/185 (99%) 156 (85%) 20 (11%) 7 (4%)
54 m8 183/185 (99%) 154 (84%) 21 (12%) 8 (4%)
55 M9 186/188 (99%) 164 (88%) 17 (9%) 5 (3%)
55 m9 186/188 (99%) 164 (88%) 20 (11%) 2 (1%)
56 NO 170/172 (99%) 151 (89%) 15 (9%) 4 (2%)
56 n0 170/172 (99%) 159 (94%) 9 (5%) 2 (1%) 16| 54
57 N1 157/159 (99%) 131 (83%) 20 (13%) 6 (4%) 26
57 nl 157/159 (99%) 138 (88%) 16 (10%) 3 (2%) 101 45

WO RLDWIDE
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
58 N2 98/120 (82%) 73 (74%) 20 (20%) 5 (5%) 21 19
58 n2 96/120 (80%) 80 (83%) 13 (14%) 3 (3%) 51 32
59 N3 134/136 (98%) 117 (87%) 12 (9%) 5 (4%) 44 27
59 n3 134/136 (98%) 122 (91%) 4 (3%) 8 (6%) 210 15
60 N4 96/155 (62%) 66 (69%) 21 (22%) 9 (9%) 1116
60 n4 133/155 (86%) 102 (77%) 23 (17%) 8 (6%) 211 15
61 N5 119/141 (84%) 103 (87%) 12 (10%) 4 (3%) 51 29
61 nb 118/141 (84%) 91 (77%) ( ) 1
62 N6 124/126 (98%) 104 (84%) ( )

62 n6 124/126 (98%) 102 (82%) ( )
63 N7 133/135 (98%) 112 (84%)
63 n7 133/135 (98%) 100 (75%)
64 N8§ 146/148 (99%) 113 (77%)
64 n8 146/148 (99%) 110 (75%)
65 N9 56/58 (97%) 46 (82%)
65 n9 56/58 (97%) 41 (73%)
66 00 95/104 (91%) 83 (87%)
66 o0 98/104 (94%) 86 (88%)
67 01 107/112 (96%) 96 (90%)
67 ol 107/112 (96%) 85 (79%)
68 02 125/129 (97%) 110 (88%)
68 02 125/129 (97%) 105 (84%)
69 03 104/106 (98%) 96 (92%)
69 03 104/106 (98%) 93 (89%)
70 04 110/120 (92%) 96 (87%)
70 o4 110/120 (92%) 88 (80%)
71 05 117/119 (98%) 95 (81%)
71 05 117/119 (98%) 94 (80%)
72 06 97/99 (98%) 76 (78%)
72 06 97/99 (98%) 76 (78%)
73 o7 85/87 (98%) 69 (81%)

WO RLDWIDE
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
73 o7 85/87 (98%) 70 (82%) 4 (16%) 1 (1%)
74 08 7577 (97%) 66 (88%) 7 (9%) (3%)
74 08 7577 (97%) 61 (81%) 9 (12%) 5 (7%)
75 09 48/50 (96%) 35 (73%) 10 (21%) 3 (6%)
75 09 48/50 (96%) 39 (81%) 9 (19%) 0
76 QO 50/52 (96%) 43 (86%) 6 (12%) 1 (2%)
76 q0 50/52 (96%) 48 (96%) 1 (2%) 1 (2%)
7 Q1 23/25 (92%) 21 (91%) 2 (9%) 0
7 ql 23/25 (92%) 20 (87%) 2 (9%) 1 (4%)
78 Q2 103/105 (98%) 85 (82%) 13 (13%) 5 (5%)
78 q2 103/105 (98%) 88 (85%) 9 (9%) 6 (6%)
79 Q3 89/91 (98%) 70 (79%) 13 (15%) 6 (7%)
79 q3 89/91 (98%) 79 (89%) 9 (10%) 1 (1%)
81 p0 117/311 (38%) 97 (83%) 4 (12%) 6 (5%)
83 f 146/157 (93%) 91 (62%) 35 (24%) 20 (14%)
All All 22316/24284 (92%) | 18108 (81%) | 2992 (13%) | 1216 (5%)

5 of 1216 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
S0 95 ALA
SO 158 VAL
SO 190 ASP
SO 192 THR
S1 35 PRO

W DN DN DN DD

5.3.2 Protein sidechains (1)

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

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles

2 30 164,209 (78%) 143 (87%) | 21 (13%) 23

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 s0 165/209 (79%) 140 (85%) 25 (15%)
3 S1 191/223 (86%) 169 (88%) 22 (12%)
3 sl 192/223 (86%) 164 (85%) 28 (15%)
4 S2 176/204 (86%) 155 (88%) 21 (12%)
4 s2 176/204 (86%) 141 (80%) 35 (20%)
d S3 182/194 (94%) 157 (86%) 25 (14%)
> s3 182/194 (94%) 162 (89%) 20 (11%)
6 S4 221/221 (100%) 192 (87%) 29 (13%)
6 s4 221/221 (100%) 188 (85%) 33 (15%)
7 S5 173/190 (91%) 157 (91%) 16 (9%)
7 $5 173/190 (91%) 147 (85%) 26 (15%)
8 S6 188/201 (94%) 165 (88%) 23 (12%)
8 s6 187/201 (93%) 165 (88%) 22 (12%)
9 ST 165/169 (98%) 145 (88%) 20 (12%)
9 s7 165/169 (98%) 150 (91%) 15 (9%)
10 S8 150/161 (93%) 136 (91%) 14 (9%)
10 s8 150/161 (93%) 131 (87%) 19 (13%)
11 S9 158/165 (96%) 133 (84%) 25 (16%)
11 s9 158/165 (96%) 132 (84%) 26 (16%)
12 Co 77/77 (100%) 1 (92%) 6 (8%)
12 c0 73/77 (95%) 66 (90%) 7 (10%)
13 C1 129/129 (100%) 117 (91%) 12 (9%)
13 cl 129/129 (100%) 113 (88%) 16 (12%)
14 C2 88/106 (83%) 73 (83%) 15 (17%)
14 c2 88/106 (83%) 80 (91%) 8 (9%)
15 C3 127/127 (100%) 110 (87%) 17 (13%)
15 c3 127/127 (100%) 110 (87%) 17 (13%)
16 C4 81/104 (78%) 67 (83%) 14 (17%)
16 cd 97/104 (93%) 78 (80%) 19 (20%)
17 Ch 101/113 (89%) 91 (90%) 10 (10%)
17 cd 103/113 (91%) 89 (86%) 14 (14%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
18 C6 117/118 (99%) 103 (88%) 14 (12%)

18 c6 118/118 (100%) 102 (86%) 16 (14%)

19 c7 94/124 (76%) 79 (84%) 15 (16%)

19 c7 92/124 (74%) 82 (89%) 10 (11%)

20 C8 128/128 (100%) 104 (81%) 24 (19%)

20 c8 128/128 (100%) 109 (85%) 19 (15%)

21 C9 115/115 (100%) 99 (86%) 16 (14%)

21 c9 115/115 (100%) 98 (85%) 17 (15%)

22 DO 100/113 (88%) 91 (91%) 9 (9%)

22 do 103/113 (91%) 91 (88%) 12 (12%)

23 D1 74/74 (100%) 65 (88%) 9 (12%)

23 d1 74/74 (100%) 66 (89%) 8 (11%)

24 D2 110/110 (100%) 94 (86%) 16 (14%)

24 d2 110/110 (100%) 93 (84%) 17 (16%)

25 D3 119/119 (100%) 105 (88%) 14 (12%)

25 d3 119/119 (100%) 109 (92%) 10 (8%)

26 D4 112/112 (100%) 103 (92%) 9 (8%)

26 d4 112/112 (100%) 97 (87%) 15 (13%)

27 D5 61/88 (69%) 48 (79%) 13 (21%)

27 db 61/88 (69%) 51 (84%) 10 (16%)

28 D6 83/83 (100%) 73 (88%) 10 (12%)

28 d6 83/83 (100%) 70 (84%) 13 (16%)

29 D7 70/70 (100%) 62 (89%) 8 (11%)

29 d7 70/70 (100%) 62 (89%) 8 (11%)

30 D8 56/59 (95%) 48 (86%) 8 (14%)

30 d8 56,/59 (95%) 46 (82%) 0 (18%)

31 D9 47/48 (98%) 39 (83%) 8 (17%)

31 d9 47/48 (98%) 37 (79%) 10 (21%)

32 EO 51/53 (96%) 47 (92%) 4 (8%) 161 50
32 e0 53/53 (100%) 39 (74%) 14 (26%) 0]
33 El 62/66 (94%) 51 (82%) 1 (18%) 10

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
33 el 66/66 (100%) 55 (83%) 11 (17%) |
34 SR 259/261 (99%) 227 (88%) 32 (12%) 6] 25
34 sR 260/261 (100%) 243 (94%) 17 (6%) 21 59
35 SM 97/183 (53%) 79 (81%) 18 (19%)

35 sM 54/183 (30%) 46 (85%) 8 (15%)
39 L2 193/195 (99%) 166 (86%) 27 (14%)
39 12 192/195 (98%) 161 (84%) 31 (16%)
40 L3 319/322 (99%) 267 (84%) 52 (16%)
40 13 319/322 (99%) 261 (82%) 58 (18%)
41 L4 288/288 (100%) 252 (88%) 36 (12%)
41 14 288/288 (100%) 248 (86%) 40 (14%)
42 L5 244 /244 (100%) 208 (85%) 36 (15%)
42 15 243/244 (100%) 200 (82%) 43 (18%)
43 L6 134/152 (88%) 116 (87%) 18 (13%)
43 16 135/152 (89%) 115 (85%) 20 (15%)
44 L7 186/204 (91%) 162 (87%) 24 (13%)
44 17 187/204 (92%) 164 (88%) 23 (12%)
45 L8 187/207 (90%) 165 (88%) 22 (12%)
45 18 177/207 (86%) 153 (86%) 24 (14%)
46 L9 171/171 (100%) 135 (79%) 36 (21%)
46 19 171/171 (100%) 143 (84%) 28 (16%)
47 MO 177/186 (95%) 144 (81%) 33 (19%)
47 m0 179/186 (96%) 149 (83%) 30 (17%)
48 M1 147/150 (98%) 117 (80%) 30 (20%)
48 ml 147/150 (98%) 125 (85%) 22 (15%)
49 M3 154/158 (98%) 133 (86%) 21 (14%)
49 m3 154/158 (98%) 127 (82%) 27 (18%)
50 M4 107/108 (99%) 93 (87%) 14 (13%)
50 m4 108/108 (100%) 94 (87%) 14 (13%)
51 M5 175/175 (100%) 151 (86%) 24 (14%)
51 mb 175/175 (100%) 154 (88%) 21 (12%)

Continued on next page...



Page 94

wwPDB X-ray Structure Validation Summary Report

5DGF

Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
52 M6 160/161 (99%) 134 (84%) 26 (16%)
52 m6 160/161 (99%) 139 (87%) 21 (13%)
53 M7 140/145 (97%) 120 (86%) 20 (14%)
53 m7 125/145 (86%) 106 (85%) 19 (15%)
o4 M8 150/150 (100%) 132 (88%) 18 (12%) 6
54 m§ 150/150 (100%) 126 (84%) 24 (16%)
5%5) M9 153/153 (100%) 136 (89%) 17 (11%) B
55 m9 153/153 (100%) 133 (87%) 20 (13%)
56 NO 156/156 (100%) 132 (85%) 24 (15%)
56 n0 156/156 (100%) 133 (85%) 23 (15%)
57 N1 136/136 (100%) 108 (79%) 28 (21%)

57 nl 136/136 (100%) 113 (83%) 23 (17%)
58 N2 87/106 (82%) 79 (91%) 8 (9%)
58 n2 85/106 (80%) 73 (86%) 12 (14%)
59 N3 104/104 (100%) 90 (86%) 14 (14%)
59 n3 104/104 (100%) 91 (88%) 13 (12%)
60 N4 57/129 (44%) 52 (91%) 5 (9%)
60 n4 100/129 (78%) 95 (95%) 5 (5%)
61 N5 104/117 (89%) 83 (80%) 21 (20%)
61 nb 104/117 (89%) 90 (86%) 14 (14%)
62 N6 109/109 (100%) 90 (83%) 19 (17%)
62 n6 109/109 (100%) 93 (85%) 16 (15%)
63 N7 115/115 (100%) 99 (86%) 16 (14%)
63 n7 115/115 (100%) 97 (84%) 18 (16%)
64 N8 118/118 (100%) 98 (83%) 20 (17%)
64 n8 118/118 (100%) 101 (86%) 17 (14%)
65 N9 46/46 (100%) 40 (87%) 6 (13%)
65 n9 46/46 (100%) 41 (89%) 5 (11%)
66 00 81/87 (93%) 69 (85%) 12 (15%)
66 o0 84/87 (97%) 72 (86%) 12 (14%)
67 01 92/96 (96%) 80 (87%) 12 (13%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
67 ol 94/96 (98%) 76 (81%) 18 (19%) |
68 02 109/110 (99%) 94 (86%) 15 (14%)
68 02 109/110 (99%) 87 (80%) 22 (20%)
69 03 90/90 (100%) 75 (83%) 15 (17%)
69 03 90/90 (100%) 76 (84%) 14 (16%)
70 04 95/102 (93%) 84 (88%) 11 (12%)
70 o4 95/102 (93%) 86 (90%) 9 (10%)
71 05 104/104 (100%) 95 (91%) 9 (9%)
71 05 103/104 (99%) 90 (87%) 13 (13%)
72 06 81/81 (100%) 65 (80%) 16 (20%)
72 06 80/81 (99%) 59 (74%) 21 (26%)
73 o7 70/70 (100%) 59 (84%) 11 (16%)
73 o7 70/70 (100%) 62 (89%) 8 (11%)
74 08 68/68 (100%) 56 (82%) 12 (18%)
74 08 67/68 (98%) 57 (85%) 10 (15%)
75 09 45/45 (100%) 38 (84%) 7 (16%)
75 09 45/45 (100%) 42 (93%) 3 (7%)
76 QO 47/47 (100%) 37 (79%) 10 (21%)
76 q0 47/47 (100%) 39 (83%) 8 (17%)
7 Q1 23/23 (100%) 20 (87%) 3 (13%)
7 ql 23/23 (100%) 17 (74%) 6 (26%)
78 Q2 90/90 (100%) 74 (82%) 16 (18%)
78 q2 90/90 (100%) 72 (80%) 18 (20%)
79 Q3 71/71 (100%) 60 (84%) 11 (16%)
79 q3 71/71 (100%) 61 (86%) 10 (14%)
81 p0 105/232 (45%) 93 (89%) 12 (11%)
83 f 124/133 (93%) 107 (86%) 17 (14%)
84 B 2/2 (100%) 2 (100%) 0
84 C 2/2 (100%) 2 (100%) 0
All All 18853/20181 (93%) | 16183 (86%) | 2670 (14%)

5 of 2670 residues with a non-rotameric sidechain are listed below:
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Mol | Chain | Res | Type
70 04 104 VAL
9 s7 50 ASP
65 n9 38 LYS
73 o7 85 LYS
3 sl 216 LYS

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 40 such
sidechains are listed below:

Mol | Chain | Res | Type
57 N1 26 HIS

9 s7 71 HIS
64 n8 25 HIS
4 s2 94 GLN
9 s7 74 GLN

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 2 1776,/1800 (98%) 455 (25%) 40 (2%)
1 6 1791/1800 (99%) 447 (24%) 29 (1%)

36 1 3145/3396 (92%) 672 (21%) 53 (1%)

36 5 3163/3396 (93%) 649 (20%) 52 (1%)

37 3 120/121 (99%) 11 (9%) 0

37 7 120/121 (99%) 13 (10%) 0

38 4 157/158 (99%) 32 (20%) 3 (1%)

38 8 157/158 (99%) 34 (21%) 0

All All 10429/10950 (95%) 2313 (22%) 177 (1%)

5 of 2313 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 2 2 A
1 2 4 C
1 2 6 G
1 2 17 C
1 2 23 G

5 of 177 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
36 1 2585 G

Continued on next page...
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Mol | Chain | Res | Type
1 6 187 G
36 5 2513 U
36 1 2817 A
36 1 3350 C

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

6 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 |  F¥0 /08 417> 2 | Counts RMSZ | £417] > 2
84 CH B 74 84 | 14,21,22 | 0.82 0 18,30,33 | 0.49 0
84 CH B 75 | 87,84 | 14,21,22 | 0.66 0 18,30,33 | 0.82 0
84 8AN B 76 | 87,84 | 18,2425 | 1.11 1 (5%) | 10,3538 | 2.14 2 (20%)
84 CH C 74 84 | 15,1822 | 0.79 1 (6%) | 18,26,33 | 0.75 0
84 CH C 75 | 87,84 | 14,21,22 | 0.74 0 18,30,33 | 0.54 0
84 8AN C 76 | 87,84 | 18,2425 | 1.14 1 (5%) | 10,3538 | 2.12 1 (10%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns.

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
84 CH B 74 84 - 0/3/25/26 | 0/2/2/2
84 CH B 7 | 87,84 - 0/3/25/26 | 0/2/2/2
84 | 8AN B 76 | 87,84 - 0/3/25/26 | 0/3/3/3
84 CH C 74 84 - 0/2/22/26 | 0/2/2/2
84 CH C 75 | 87,84 - 0/3/25/26 | 0/2/2/2
84 | 8AN C 76 | 87,84 - 0/3/25/26 | 0/3/3/3

All (3) bond length outliers are listed below:

means



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

Page 98 wwPDB X-ray Structure Validation Summary Report

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
84 C 74 CH C6-C5 | -2.03 1.33 1.38
84 C 76 8AN | C5-C4 | 2.93 1.47 1.40
84 B 76 8AN | C5-C4 | 3.25 1.47 1.40

All (3) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
84 C 76 8AN | N3-C2-N1 | -5.83 124.30 128.87
84 B 76 8AN | N3-C2-N1 | -5.71 124.39 128.87
84 B 76 8AN | N6-C6-N1 | 2.18 122.18 118.52

There are no chirality outliers.
There are no torsion outliers.
There are no ring outliers.

5 monomers are involved in 7 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
84 B 74 CH 1 0
84 B 75 CH 1 0
84 B 76 | 8AN 1 0
84 C 74 CH 3 0
84 C 75 CH 1 0

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 33 ligands modelled in this entry, 28 are monoatomic - leaving 5 for Mogul analysis.

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


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

Page 99 wwPDB X-ray Structure Validation Summary Report 5DGF
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | gy #Z|>2 | Counts RMSZ | #41Z] > 2
86 SPS 1 3401 - 19,23,23 | 3.50 10 (52%) | 16,30,30 | 2.99 7 (43%)
88 | OHX 1 3405 - 0,6,6 0.00 - 0,15,15 0.00 -
88 | OHX 1 3406 - 0,6,6 0.00 - 0,15,15 0.00 -
88 | OHX 5 3406 - 0,6,6 0.00 - 0,15,15 0.00 -
86 SPS B 3401 | 87 | 19,2323 | 3.49 11 (57%) | 16,30,30 | 3.14 8 (50%)

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

component dictionary. Similar counts are reported in the Torsion and Rings columns.

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
86 SPS 1 3401 - - 0/15/18/18 | 0/1/1/1
88 | OHX 1 3405 - - 0/0/0/0 | 0/0/0/0
88 | OHX 1 3406 - - 0/0/0/0 | 0/0/0/0
88 | OHX 5 3406 - - 0/0/0/0 | 0/0/0/0
86 SPS B 3401 | 87 - 0/15/18/18 | 0/1/1/1

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

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
86 1 3401 | SPS | C9-C10 | -8.75 1.31 1.48
86 B 3401 | SPS | C9-C10 | -8.45 1.31 1.48
86 B 3401 | SPS | O13-C13 | -5.31 1.19 1.42
86 1 3401 | SPS | O13-C13 | -5.20 1.19 1.42
86 B 3401 | SPS | O10-C10 | -2.99 1.18 1.24

The worst 5 of 15 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
86 B 3401 | SPS | N2-C3-N4 | -5.15 119.01 127.69
86 1 3401 | SPS | C7-C5-C6 | -4.46 118.29 123.63
86 1 3401 | SPS | N2-C3-N4 | -4.33 120.39 127.69
86 B 3401 | SPS | C7-C5-C6 | -2.82 120.25 123.63
86 1 3401 | SPS | C6-C8-C9 | -2.77 118.07 127.08

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

2 monomers are involved in 5 short contacts:

’

means
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 1 3401 | SPS 2 0
86 B 3401 | SPS 3 0
5.7 Other polymers (i)
There are no such residues in this entry.
5.8 Polymer linkage issues (i)
The following chains have linkage breaks:
Mol | Chain | Number of breaks
80 m2 2
1 2 2
35 SM 1
35 sM 1
12 c0 1
36 5 1
The worst 5 of 8 chain breaks are listed below:
Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 sM 139:UNK C 155:UNK N 38.68
1 SM 141:ALA C 151:UNK N 26.53
1 c0 84:UNK C 87:UNK N 8.84
1 2 1716:C 03’ 1717:G P 5.83
1 5 2437:G 03’ 2438:A P 4.00
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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 2 1781/1800 (98%) 0.48 91 (5%) 32 25 60, 98, 170, 210 0
1 6 1795/1800 (99%) 0.27 58 (3%) 51 44 | 44, 86, 157, 204 0
2 S0 206/251 (82%) 1.22 100, 112, 123, 128 0
2 sO 206/251 (82%) 1.16 80, 97, 111, 117 0
3 S1 214/254 (84%) 1.60 110, 145, 169, 175 0
3 s1 216/254 (85%) 1.03 80, 96, 114, 123 0
4 S2 217/253 (85%) 0.73 83, 96, 109, 113 0
4 s2 217/253 (85%) 0.45 68, 79, 93, 108 0
5 S3 223/239 (93%) 0.67 91, 100, 123, 128 0
d s3 223/239 (93%) 1.46 86, 112, 131, 137 0
6 S4 260/260 (100%) 1.31 77, 99, 107, 124 0
6 s4 260/260 (100%) 1.20 60, 82, 92, 119 0
7 SH 206,224 (91%) 1.21 104, 124, 131, 134 0
7 $5 206/224 (91%) 0.62 87, 108, 123, 130 0
8 S6 226/236 (95%) 0.85 77,105, 126, 132 0
8 s6 218/236 (92%) 0.49 60, 89, 106, 114 0
9 S7 184/189 (97%) 0.90 102, 121, 136, 142 0
9 ST 186,189 (98%) 0.67 77, 104, 130, 134 0
10 S8 188/200 (94%) 0.78 70, 86, 119, 129 0
10 s8 188/200 (94%) 1.01 06, 73, 113, 130 0
11 S9 185/196 (94%) 1.69 89, 106, 130, 141 0
11 59 185,196 (94%) 1.21 71, 88, 115, 126 0
12 | Co 83,/96 (86%) 2.34 94, 112, 122, 126 0
12 | <0 83/96 (86%) 2.04 103, 131, 145, 149 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 C1 144/155 (92%) 1.04 21 (14%) 73, 83, 101, 113 0
13 cl 144/155 (92%) 0.84 9 (6%) 23 |19 59, 70, 91, 113 0
14 C2 108/142 (76%) 0.52 14 (12%) 137, 145, 150, 152 0
14 2 108/142 (76%) 0.82 16 (14%) 167, 183, 196, 199 0
15 C3 150/150 (100%) 0.59 16 (10%) 82, 95, 111, 115 0
15 c3 150,150 (100%) 0.14 5 (3%) 67, 79, 95, 100 0
16 C4 127/136 (93%) 1.42 35 (27%) | 84, 142, 156, 161 0
16 c4 128/136 (94%) 1.53 43 (33%) | 67, 101, 113, 116 0
17 C5 122/141 (86%) 0.94 21 (17%) | 88, 99, 111, 117 0
17 c5 129/141 (91%) 0.67 16 (12%) | 86, 103, 113, 119 0
18 C6 141/142 (99%) 1.70 48 (34%) | 91, 112, 117, 120 0
18 c6 142/142 (100%) 0.82 24 (16%) | 83, 102, 115, 126 0
19 C7 120,136 (88%) 1.44 33 (27%) 97, 109, 125, 129 0
19 7 117/136 (86%) 0.38 10 (8%) 88, 101, 115, 119 0
20 C8 145/145 (100%) 0.95 24 (16%) | 85, 110, 131, 138 0
20 c8 145/145 (100%) 0.80 23 (15%) | 86, 101, 116, 126 0
21 C9 143/143 (100%) 1.40 37 (25%) | 96, 112, 122, 126 0
21 9 143/143 (100%) 1.63 52 (36%) ml 85, 97, 112, 118 0
22 DO 107/120 (89%) 0.98 20 (18%) | 86, 112, 123, 125 0
22 do 110/120 (91%) 2.37 58 (52%) mlm 84, 114, 138, 147 0
23 D1 87/87 (100%) 0.91 16 (18%) | 96, 104, 119, 127 0
23 d1 87/87 (100%) 0.70 9 (10%) |9 76, 88, 104, 112 0
24 D2 129/129 (100%) 0.64 11 (8%) | 13 83, 95, 101, 109 0
24 d2 129/129 (100%) 0.46 9 (6%) 19 |16 64, 74, 81, 87 0
25 D3 144/144 (100%) 0.81 18 (12%) 69, 77, 86, 96 0
25 d3 144/144 (100%) 0.60 7 (4%) 33 27 56, 61, 71, 79 0
26 D4 134/134 (100%) 1.30 33 (24%) 86, 107, 118, 129 0
26 d4 134/134 (100%) 0.36 10 (7%) 117 14| | 68,90, 105, 110 0
27 D5 70/107 (65%) 1.51 24 (34%) [i]l 119, 130, 139, 140 0
27 d5 69/107 (64%) 1.51 19 (27%) | 99, 113, 123, 125 0
28 D6 97/97 (100%) 2.01 44 (45%) folfo | 88,106, 154, 159 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
28 d6 97/97 (100%) 1.37 26 (26%) 70, 87, 116, 123 0
29 D7 81/81 (100%) 1.23 17 (20%) 98, 110, 135, 141 0
29 d7 81/81 (100%) 0.94 12 (14%) 80, 93, 121, 128 0
30 D8 63/66 (95%) 1.21 15 (23%) | 111, 127, 139, 143 0
30 ds 63,/66 (95%) 1.06 10 (15%) | 104, 116, 127, 129 0
31 D9 53/55 (96%) 1.26 12 (22%) | 84, 91, 107, 112 0
31 d9 53/55 (96%) 2.26 26 (49%) mlm 82, 92, 128, 139 0
32 E0 60/62 (96%) 1.84 21 (35%) ml 78, 107, 129, 134 0
32 e0 62/62 (100%) 0.83 11 (17%) | 63, 88, 109, 122 0
33 E1 71/76 (93%) 0.66 9 (12%) | 107, 133, 145, 148 0
33 el 76/76 (100%) 1.09 20 (26%) | 112, 158, 170, 175 0
34 SR 318/318 (100%) 1.49 102 (32%) | 109, 120, 132, 146 0
34 sR 318/318 (100%) 1.56 105 (33%) ﬂl 110, 126, 140, 150 0
35 | SM 121/273 (44%) 0.86 22 (18%) | 59, 94, 111, 116 0
35 sM 63/273 (23%) 1.60 21 (33%) [0 55, 105, 111, 112 0
36 1 3149/3396 (92%) 0.18 48 (1%) ' 76 71 35, 59, 123, 212 0
36 5 3169/3396 (93%) 0.21 48 (1%) 76 71 35, 54, 124, 188 0
37 3 121/121 (100%) -0.00 0 J1o00 ]| 100 43, 76, 90, 96 0
37 7 121/121 (100%) -0.09 0 39, 59, 70, 75 0
38 4 158/158 (100%) 0.12 2 (1%) | 79 74 43, 61, 91, 130 0
38 8 158/158 (100%) 0.11 1(0%) fo0) ks8] | 43,63, 96, 120 0
39 L2 252/253 (99%) 0.36 9 (3%) 46 39 42, 61, 77, 82 0
39 12 252/253 (99%) 0.41 43, 59, 74, 83 0
40 L3 386,386 (100%) 0.45 42, 63, 77, 85 0
40 13 386,386 (100%) 0.33 34, 49, 62, 77 0
41 L4 361/361 (100%) -0.03 40, 54, 70, 71 0
41 14 361/361 (100%) 0.14 40, 57, 73, 88 0
42 L5 296,/296 (100%) 1.15 58, 81, 97, 111 0
42 15 294/296 (99%) 0.61 21 (%) 119115 49, 60, 84, 93 0
43 L6 156 /175 (89%) 0.59 12 (7%) 116 |13 49, 57, 72, 79 0
43 16 157/175 (89%) 0.19 5(3%) 51 44 49, 57, 75, 85 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
44 L7 222/243 (91%) 0.19 3(1%) 78 73 40, 49, 73, 106 0
44 17 223/243 (91%) -0.05 1 (0%) 39, 49, 80, 107 0
45 L8 233/255 (91%) 0.94 41 (17%) 67, 81, 104, 112 0
45 18 231/255 (90%) 1.04 41 (17%) 73, 84, 106, 114 0
46 L9 191/191 (100%) 0.21 9 (4%) 35 29 60, 70, 82, 93 0
46 19 191/191 (100%) 0.08 1 (0%) 44, 55, 71, 81 0
A7 | MO 211/220 (95%) 1.09 40 (18%) 45, 63, 92, 106 0
47 m0 213/220 (96%) 0.96 28 (13%) 40, 55, 80, 90 0
48 M1 169/173 (97%) 1.03 25 (14%) 68, 84, 94, 98 0
48 m1 169/173 (97%) 0.38 6 (3%) 46 39 52, 67, 77, 82 0
49 M3 193/198 (97%) 0.40 8 (4%) 41 34 39, 64, 92, 113 0
19 | m3 194/198 (97%) 0.77 29 (14%) 41, 69, 100, 111 0
50 M4 136/137 (99%) -0.04 2 (1%) 76 71 54, 61, 73, 83 0
50 m4 137/137 (100%) -0.03 1(0%) f89] 186 48, 54, 69, 82 0
51 M5 203,/203 (100%) 0.27 3(1%) 76 71 41, 56, 66, 69 0
51 mb 203,/203 (100%) 0.47 10 (4%) 33 27 44, 60, 71, 76 0
52 M6 197/198 (99%) 0.27 4 (2%) 68 62 42, 49, 65, 68 0
52 m6 197/198 (99%) 0.08 2 (1%) 34, 42, 64, 66 0
53 M7 183/183 (100%) 0.87 23 (12%) 47, 55, 98, 116 0
53 m7 155/183 (84%) 0.17 0 | 39, 46, 59, 77 0
54 M8 185/185 (100%) 0.22 3(1%) 74 69 43, 55, 69, 88 0
54 m8 185/185 (100%) 0.11 0 | 100 42, 57, 66, 70 0
55 M9 188,188 (100%) 0.55 19 (10%) Elﬂ 65, 77, 135, 140 0
55 m9 188/188 (100%) 0.49 12 (6%) 23 119 51, 65, 121, 134 0
56 NO 172/172 (100%) 0.18 4 (2%) 64 57 49, 57, 69, 74 0
56 n0 172/172 (100%) 0.02 1(0%) J90) |88 43, 49, 59, 66 0
57 N1 159/159 (100%) 0.44 4 (2%) 61 54 42, 56, 93, 101 0
57 nl 159/159 (100%) 0.57 11 (6%) 20 |16 40, 49, 83, 87 0
58 N2 100/120 (83%) 1.06 25 (25%) [ 11| 1 93, 104, 120, 122 0
58 n2 98/120 (81%) 1.04 21 (21%) |1} |1 75, 88, 94, 97 0
59 N3 136,136 (100%) 0.67 11 (8%) |15 |11 51, 60, 70, 74 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
59 n3 136/136 (100%) 0.41 3 (2%) 65 59 36, 45, 55, 58 0
60 N4 98/155 (63%) 1.83 62, 72, 134, 147 0
60 n4 135/155 (87%) 0.74 46, 91, 115, 116 0
61 N5 121/141 (85%) 0.80 58, 69, 84, 95 0
61 nb 120/141 (85%) 0.27 56, 68, 85, 93 0
62 N6 126/126 (100%) 0.84 50, 62, 74, 79 0
62 n6 126/126 (100%) 0.42 4 (3%) 51 44 51, 64, 77, 83 0
63 N7 135/135 (100%) 1.78 49 (36%) ml 82, 94, 103, 109 0
63 n7 135/135 (100%) 1.44 43 (31%) 76, 91, 102, 105 0
64 N8 148/148 (100%) 0.36 2 (1%) 78 73 35, 56, 74, 82 0
64 n8 148/148 (100%) 0.16 3(2%) 68 62 34, 59, 74, 77 0
65 N9 58/58 (100%) 0.54 4 (6%) 20 |16 38, 61, 95, 106 0
65 n9 58/58 (100%) 0.36 5 (8%) |13 38, 58, 78, 85 0
66 00 97/104 (93%) 0.64 9 (9%) {119 81, 89, 101, 102 0
66 o0 100/104 (96%) 0.44 2 (2%) 68 62 75, 82, 102, 108 0
67 01 109/112 (97%) 0.97 14 (12%) §5) 14 61, 72, 91, 103 0
67 ol 109/112 (97%) 0.45 4 (3%) 45 38 47, 58, 81, 90 0
68 02 127/129 (98%) 0.16 2 (1%) 74 69 36, 49, 62, 68 0
68 02 127/129 (98%) 0.54 7(5%) 29 |23 35, 52, 63, 71 0
69 03 106/106 (100%) 0.31 1 (0%) 82 42, 47,71, 78 0
69 03 106/106 (100%) 0.14 0 §100 I 100 40, 46, 69, 75 0
70 04 112/120 (93%) 0.60 7(6%) 23 119 57,75, 101, 107 0
70 o4 112/120 (93%) 0.66 8 (7%) 11915 50, 68, 99, 103 0
71 05 119/119 (100%) 0.32 6 (5%) 32 26 55, 70, 78, 82 0
71 05 119/119 (100%) 0.59 8 (6%) 21 |17 59, 71, 87, 96 0
72 06 99/99 (100%) 0.63 5 (%) 32 25 60, 68, 91, 102 0
72 06 99/99 (100%) 0.40 4 (4%) 42 34 64, 72, 88, 103 0
73 o7 87/87 (100%) 0.13 1 (1%) [82] 78 43, 50, 65, 71 0
73 o7 87/87 (100%) 0.21 2 (2%) 64 57 41, 50, 73, 84 0
74 08 77/77 (100%) 0.86 8 (10%) 18117 83, 93, 108, 113 0
74 08 7777 (100%) 1.51 25 (32%) 1|11 77, 86, 94, 98 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
75 | 09 50/50 (100%) 0.49 1 (2%) 68 62 52, 57, 59, 60 0
75 | 09 50/50 (100%) 0.27 1(2%) 68 62 50, 55, 63, 63 0
6 | Qo 52/52 (100%) 0.86 7 (13%) 53, 59, 74, 79 0
6 | qo 52/52 (100%) 0.37 1 (1%) 70 63 41, 45, 55, 58 0
| Q 25/25 (100%) 1.26 6 (24%) 62, 66, 73, 74 0
7| q 25/25 (100%) 0.99 2 (8%) | 15 | 12 50, 56, 58, 58 0
8 | Q2 | 105/105 (100%) 0.12 2 (1%) 70 63 41, 56, 76, 91 0
8 | @2 105/105 (100%) 0.26 1 (0%) |34] | 80 44, 56, 71, 93 0
79 | Q3 91/91 (100%) 0.21 2 (2%) 65 59 54, 65, 80, 85 0
79 | g3 91/91 (100%) 0.38 3 (3%) 50 43 46, 59, 72, 84 0
80 | m2 0/165 - - - -
$1 | po 120/311 (38%) 1.26 32 (26%) 101, 124, 144, 152 | 0
82 | pl 0/47 - - - -
82 | p2 0/47 - - - -
83 f 148 /157 (94%) 2.86 55, 96, 150, 153 | 75 (50%)
s4 | B 2/5 (40%) 0.21 43, 43, 43, 44 0
s4 | © 2/5 (40%) 0.25 19, 49, 49, 49 0
All | Al | 33084/35503 (93%) |  0.60 34,74, 132, 212 | 75 (0%)

The worst 5 of 3317 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
60 N4 75 | THR 13.9

1 2 1699 G 13.8
23 M7 161 | ALA 12.0
1 2 1696 G 12.0
1 2 1697 G 11.7

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.
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
84 CH B 75 20/21 0.95 0.21 - 44.44,50,51 0
84 CH C 74 17/21 0.90 0.21 - 47,48,55,57 0
84 CH C 75 20/21 0.98 0.17 - 46,47,51,51 0
84 | 8AN B 76 22/23 0.96 0.22 - 42,44,45,45 0
84 | 8AN C 76 22/23 0.96 0.20 - A7,47,47.47 0
84 CH B 74 20/21 0.96 0.25 - 47,50,62,62 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
87 MG 5 3405 1/1 0.96 0.74 | 14.49 42,42 ,42.42 0
87 MG 5 3404 1/1 0.95 0.47 | 11.33 36,36,36,36 0
87 MG 5 3401 1/1 0.95 0.37 8.09 41,41,41,41 0
86 SPS B 3401 | 23/23 0.96 0.31 2.09 37,40,54,56 0
85 ZN q3 501 1/1 1.00 0.17 0.18 69,69,69,69 0
86 SPS 1 3401 | 23/23 0.94 0.24 | -0.37 40,43,57,59 0
85 ZN o7 501 1/1 0.99 0.21 -0.50 51,561,51,51 0
85 ZN D7 101 1/1 0.81 0.21 -1.08 | 141,141,141,141 0
85 ZN el 501 1/1 0.79 0.08 -1.26 | 164,164,164,164 0
85 ZN El 501 1/1 0.97 0.05 -1.29 | 136,136,136,136 0
85 | ZN O7 | 100 | 1/1 0.99 | 0.14 | -1.41 52,52,52.52 0
85 ZN Q3 501 1/1 0.98 0.11 -1.45 7T 0
85 | ZN q0 | 500 | 1,1 0.99 | 0.13 | -1.76 | 42,42,42,42 0
85 ZN QO 500 1/1 0.98 0.10 -1.90 57,57,57,57 0
85 ZN D9 101 1/1 0.98 0.08 -1.93 88,88,88,88 0
85 ZN q2 501 1/1 0.97 0.05 -2.00 70T 0
85 ZN d9 101 1/1 0.99 0.09 -2.06 94,94,94,94 0
85 ZN d7 101 1/1 0.82 0.15 -2.26 | 131,131,131,131 0
85 ZN d6 500 1/1 0.97 0.06 -2.31 87,87,87,87 0
85 ZN D6 500 1/1 0.94 0.07 | -2.46 | 105,105,105,105 0
85 ZN Q2 501 1/1 0.91 0.05 -3.23 76,76,76,76 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
88 | OHX 1 3406 7/7 0.99 0.14 | -4.40 73,73,73,73 0
88 | OHX 5 3406 7/7 0.98 0.09 | -4.49 95,95,95,95 0
88 | OHX 1 3405 7/7 0.98 0.09 | -6.82 91,91,91,91 0
87 | MG 1 [3402] 1/1 0.93 | 0.65 _ 21,21,21,21 0
87 MG f 1001 1/1 0.97 0.33 - 52,52,52,52 0
87 MG B 3402 1/1 0.96 0.32 - 40,40,40,40 0
87 MG C 101 1/1 0.94 0.31 - 49,49,49,49 0
87 MG 5 3402 1/1 0.84 0.36 - 45,45,45,45 0
87 MG f 1002 1/1 0.93 0.08 - 66,66,66,66 0
87 MG 1 3404 1/1 0.94 0.65 - 29,29,29,29 0
87 MG 1 3403 1/1 0.89 0.38 - 45,45,45,45 0
87 MG 5 3403 1/1 0.98 0.54 - 23,23,23,23 0

6.5 Other polymers (i)

There are no such residues in this entry.
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