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

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (i) symbol.

The types of validation reports are described at
http:/ /www.wwpdb.org/validation /2017 /FAQs+#types.

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

MolProbity : 4.02b-467
Mogul : 1.8.4, CSD as541be (2020)

Xtriage (Phenix) : 1.13
EDS : 236
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.36
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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 2.96 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

Rfrec NN | — .52

Clashscore N | . 4

Ramachandran outliers I N 2%
Sidechain outliers I 20.5%
RSRZ outliers I 14.0%

RNA backbone NN | I (.46

Worse Better

I Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution

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

R free 130704 3104 (3.00-2.92)

Clashscore 141614 3462 (3.00-2.92)

Ramachandran outliers 138981 3340 (3.00-2.92)

Sidechain outliers 138945 3343 (3.00-2.92)

RSRZ outliers 127900 2986 (3.00-2.92)

RNA backbone 3102 1065 (3.22-2.70)

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

Mol | Chain | Length Quality of chain
%
1 13 1522 . 41% 40% 15%
%
1 1G 1522 . 46% 37% 12%
%
2 12 256 = 30% 38% 12% 19%
11%
2 1E 256 41% 36% 13%  10%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
1%
3 22 239 39% 35% 9% 18%
10%
3 2K 239 r— 56% 26% S 14%
29%
T ——— ——
4 32 209 55% 36% 8% -
21%
I —
4 3E 209 53% 38% 8%
5%
5 42 162 . 38% 2% 7%
19%
I ———
5 4K 162 59% 26% 7% 8%
7%
6 52 101 - 68% 23% 9%
21%
e —— —
6 5E 101 70% 24% 5% .
16%
7 62 156 | — o —_——r
23%
- —
7 6E 156 62% 29% 8%
1%
8 72 138 57% 35% 8%
5%
8 7E 138 - 55% 33% % -
30%
..  me
9 82 128 41% 45% 8% = 5%
23%
——  me
9 SE 128 45% 42% 10% .-
20%
e ——
10 1A 105 37% 46% 11% 6%
24%
I —— ———
10 11 105 50% 29% 10% 10%
28%
e — ——
11 2A 129 53% 29% 6%  12%
2%
L .-
11 21 129 47% 33% 5% 14%
41%
. ———
12 3A 132 52% 33% 8% 8%
17%
12 31 132 | S —— o ————
25%
.
13 4A 126 38% 35% 1% & 13%
8%
13 AT 120 | — o e e
72%
T — ——
14 5A 61 39% 39% 18% .
28%
I — ——
14 51 61 46% 41% 1% -
36%
T ———— -
15 6A 89 76% 21% .

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
8%
15 61 &9 r— 56% 31% Tow .
%
16 TA 88 = 63% 30% 5%
16%
16 71 88 — 52% 35% % 6%
50%
= ——
17 SA 105 62% 30% . 6%
36%
T — ——
17 81 105 56% 30% 9% 5%
18 9A 88 48% 20% 10% 22%
7%
18 91 88 — 41% 32% 5% 23%
33%
1 —
19 AA 93 22% 31% 15% 30%
2%
19 Al 93 — 45% 33% 11% 11%
75%
e — —
20 BA 106 66% 25% 6%
21%
e
20 BI 106 41% 45% 6% 8%
33%
e
21 1B 27 37% 41% 19%
1%
-
21 1F 27 48% 33% 15%
7%
h
22 1K 76 20% 45% 22% 11%
9%
| ..
22 1L 76 20% 37% 36% 5% .
3%
23 2K 77 - 48% 35% 16%
23 2L 77 43% 38% 10% 9%
2%
24 3K 76 24% 37% 30% . 5%
26%
25 4K 27 26% 7% 30% 33%
7%
25 41, 27 19% 7% 11% 15% 48%
%
26 14 2917 . 38% 39% 16%
%
26 1H 2917 . 37% 39% 19%
%
27 16 122 : 42% 38% 17%
%
27 1J 122 . 36% 39% 19% 7%
21%
28 11 276 65% 24% 8% -
Continued on next page...
PDEB
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Continued from previous page...
Mol | Chain | Length Quality of chain
34%
T —— —
28 19 276 63% 28% 7% -
20%
T — ——
29 21 206 51% 37% 12%
21%
I —— .
29 29 206 51% 35% 10% -«
19%
30 31 210 —— 56% 35% 5%
25%
e o me
30 39 210 42% 42% 12% =«
2%
31 41 182 — 49% 38% e .
34%
e o m
31 49 182 49% 37% 12%
3%
32 51 180 - 57% 28% o o
1%
Iy — ———
32 59 180 38% 42% 14% 6%
%
33 61 148 . 46% 39% e
%
33 69 148 49% 40% 8% .
51%
= ——
34 15 140 53% 34% 11% -«
29%
I — P ———
34 58 140 48% 36% 5% .+ 11%
62%
| ——
35 25 122 62% 30% 8%
16%
35 68 122 — 73% 22% 5%
36%
.. S ma
36 35 150 45% 35% 17% ..
1%
36 78 150 | — a5% T
79%
. S ma
37 45 141 50% 33% 14% .
30%
I —— .
37 88 141 53% 38% 9% .
22%
_— ——
38 55 118 49% 36% 14%
3%
] —
38 98 118 43% 47% 9%
14%
h |
39 65 112 34% 48% 16% .
19%
39 A8 112 S 46% 10w
25%
e —  me
40 75 146 45% 40% 10% = -
17%
40 | BS 146 | ao% B T S e

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
22%
T — ——
41 85 118 48% 42% 8% -
8%
41 C8 118 59% 27% 9% o
10%
42 95 101 — 58% 29% 12% -
10%
42 D& 101 — 55% 36% 8%
78%
e —
43 A5 113 63% 31% A
24%
I —— —
43 E8 113 66% 25% 6% -
23%
I —— —
44 B5 96 63% 28% 7% -
19%
—— —
44 F8 96 66% 28% 5% -
36%
I —
45 Ch 110 28% 15% 53%
7%
45 G8 110 - 45% 33% 0% . 12%
1%
Iy —
46 D5 206 35% 38% 11% 14%
25%
.
46 HS 206 35% 34% 11% 17%
35%
e — —
47 E5 85 56% 25% 8% 11%
20%
T —— —
47 18 85 49% 35% 6% 9%
1%
. . me
48 F5 98 49% 36% 10% - -
70%
T e —
48 J8 98 50% 37% %
5%
49 GbH 72 — 40% 39% B V7S
2%
49 K& 72 — 40% 36% 12% 6% 6%
7%
... ——
50 H5 60 60% 32% 5% .
2%
50 L8 60 67% 23% 7%
11%
h
51 M8 71 31% 34% 15% 15%
35%
e ——
52 Jb 60 50% 35% 8% 1%
20%
e —
52 N8 60 40% 30% 10% 20%
67%
| -
53 L5 49 67% 31% .
14%
53 P8 49 55% 41% -
Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
54%
54 M5 65 51% 35% 11%
28%
54 Q8 65 37% 51% 6% 5% -+
7%
55 3L 76 26% 32% 28% 9% 5%

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-

Iria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 MG 13 1665 - - - X
56 MG 13 1685 - - - X
56 MG 13 1686 - - - X
56 MG 13 1689 - - - X
56 MG 13 1696 - - - X
56 MG 13 1706 - - - X
56 MG 13 1710 - - - X
56 MG 13 1712 - - - X
56 MG 13 1725 - - - X
56 MG 13 1763 - - - X
56 MG 13 1764 - - - X
56 MG 14 3178 - - - X
56 MG 14 3179 - - - X
56 MG 14 3191 - - - X
56 MG 14 3245 - - - X
56 MG 14 3262 - - - X
56 MG 1G 1647 - - - X
56 MG 1G 1667 - - - X
56 MG 1G 1722 - - - X
56 MG 1H 3046 - - - X
56 MG 1H 3165 - - - X
56 MG 1H 3196 - - - X
56 MG 1H 3205 - - - X
56 MG 1H 3219 - - - X
56 MG 1H 3259 - - - X
56 MG 1H 3264 - - - X
56 MG 1H 3300 - - - X
56 MG 1H 3332 - - - X
56 MG 1H 3333 - - - X
56 MG 1H 3370 - - - X
56 MG 21 302 - - - X
56 MG 78 202 - - - X

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

Mol

Type

Chain

Res

Chirality

Geometry

Clashes

Electron density

o6

MG

BA

202

X
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2 Entry composition (i)

There are 59 unique types of molecules in this entry. The entry contains 294252 atoms, of which

0 are hydrogens and 0 are deuteriums.

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

atoms.

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
LB 1500 | 0l asm soTs 1M1 1500 0 0 0
L 1G 1490 ?go()t;é 14(2355 551)\;2 10(??51 14{—;0 0 0 0
e Molecule 2 is a protein called 30S ribosomal protein S2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2| IE B0 neo s w6 s 0 0 0
2 12 207 ilrggzl 1(?83 31(\)I6 3(83 ZSl 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 2K 205 ?Z’E)a; 1(?11 311]3 220 ? 0 0 0
s 22 197 fgzzl 9C7]8 215319 228 ? 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 3k 201 3(()5;&81 10C64 31§8 2(839 § 0 0 0
4 32 201 ?2?81 10%4 31;]8 229 g 0 0 0

e Molecule 5 is a protein called 30S ribosomal protein S5.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 4B 149 1142 722 216 200 4 0 0 0
Total C N O S
5 42 150 1141 719 217 201 4 0 0 0
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 o 100 837 528 154 152 3 0 0 0
Total C N O S
6 62 101 842 531 155 153 3 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 OF 154 1242 770 250 216 6 0 0 0
Total C N O S
7 62 138 1110 689 221 194 6 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 | B 138 1115 705 215 192 3 0 0 0
Total C N O S
8 2 137 1107 700 214 191 2 0 0 0
e Molecule 9 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
) 8 126 1000 634 196 170 0 0
Total C N O
9| 8 121 953 605 186 162 0 0
e Molecule 10 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 1 s 749 468 147 133 1 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

10 1A 9 TSOOt fl 5%4 1127 1(?39 ? 0 0 0
e Molecule 11 is a protein called 30S ribosomal protein S11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR T HIEEEE
1 2A 113 T80?f§ 1 5(210 115\16 1(5)6 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 31 122 1;)0;2 1 6%3 115\)13 1(539 ? 0 0 0
12 3A 122 gof)tg 1 6%3 115\)13 1(5)9 ? 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 4l 119 goi;l 5(832 115\914 1(34 52; 0 0 0
13 4A 109 1;30;;1 55134 115\3]1 1(5)2 g 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
wla | w [TCSTT [ o [
4] oA % e a0 108 70 4 0 0 0

e Molecule 15 is a protein called 30S ribosomal protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR T HEEERE
IDNEEE T HERERE
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e Molecule 16 is a protein called 30S ribosomal protein S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR HEEE
IR
e Molecule 17 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR TR
17 8A 9 T802t§L l 528 1121 122 2 0 0
e Molecule 18 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 ol 68 T504tgl 3(532 11815 £§)2 0 0 0
18 A 69 T5O5téiL 1 3?5 11(\)16 S% 0 0 0
e Molecule 19 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR HENE
IEEE T TSR
e Molecule 20 is a protein called 30S ribosomal protein S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
20 Bl o7 1;()4;62 l 4(631 12]7 1(2)6 g 0 0
20 BA 103 1;()%6?3& l 4;31 116\313 1(??2 g 0 0

e Molecule 21 is a protein called 30S ribosomal protein Thx.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
21 1F 23 199 122 48 29 0 0 0
Total C N O
21 1B 22 188 116 44 28 0 0 0
e Molecule 22 is a RNA chain called tRNAThr.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 1K & 1593 712 285 522 74 0 0 0
Total C N O P
22 1L & 1593 712 285 522 74 0 0 0
e Molecule 23 is a RNA chain called tRNAfMet.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P S
23 2K v 1646 735 297 536 77 1 0 0 0
Total C N O P S
23 2L v 1646 735 207 536 77T 1 0 0 0
e Molecule 24 is a RNA chain called tRNAThr.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
24 3K E 1537 686 276 503 72 0 0 0
e Molecule 25 is a RNA chain called RNA (27-MER).
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
25 K 18 391 176 &0 117 18 0 0 0
Total C N O P
25 4L 14 303 137 63 89 14 0 0 0
e Molecule 26 is a RNA chain called 23S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
26 IH 2850 61381 27319 11475 19737 2850 0 0 0
Total C N O P
26 14 2811 60561 26951 11337 19462 2811 0 0 0
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There are 14 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
1H 161 U UNK conflict GB 55771382
1H 654A A G conflict GB 55771382
1H 654E C G conflict GB 55771382
1H 654P G C conflict GB 55771382
1H 654T A C conflict GB 55771382
1H 1058 U G conflict GB 55771382
1H 1080 A C conflict GB 55771382
14 158 U UNK conflict GB 55771382
14 654A A G conflict GB 55771382
14 654E C G conflict GB 55771382
14 654P G C conflict GB 55771382
14 654T A C conflict GB 55771382
14 1058 U G conflict GB 55771382
14 1080 A C conflict GB 55771382

e Molecule 27 is a RNA chain called 5S ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O P
27 16 122 2617 1166 486 &44 121 0 0 0

Total C N O P
27 1J 122 2617 1166 486 &44 121 0 0 0

e Molecule 28 is a protein called 50S ribosomal protein L2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 1 273 g(it;)l 1 3%8 41§1 3?8 2 0 0 0
28 19 274 g(it;; 1321 41§2 329 g 0 0 0
e Molecule 29 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
29 21 205 112?61 9;]4 21;)]7 229 2 0 0 0
29 29 204 ?ggl 9g8 215\919 2C7)0 2 0 0 0

e Molecule 30 is a protein called 50S ribosomal protein L4.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 31 202 1585 1011 297 275 2 0 0 0
Total C N O S
30 39 204 1602 1022 299 279 2 0 0 0
e Molecule 31 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 41 179 1457 931 265 257 4 0 0 0
Total C N O S
31 49 180 1459 931 266 258 4 0 0 0
e Molecule 32 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 o1 14 1328 842 249 236 1 0 0 0
Total C N O S
32 59 169 1295 823 241 230 1 0 0 0
e Molecule 33 is a protein called 50S ribosomal protein L9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 | ol 145 1131 723 200 207 1 0 0 0
Total C N O S
33 | 09 145 1131 723 200 207 1 0 0 0
e Molecule 34 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
34| o8 125 095 645 183 163 4 0 0 0
Total C N O S
34 15 137 1096 707 205 181 3 0 0 0
e Molecule 35 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
35 68 122 932 588 171 169 4 0 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

B m e s o | 0 | 0|0
e Molecule 36 is a protein called 50S ribosomal protein L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 & 148 rllﬂ(i;a; 7(031 21;10 183 § 0 0 0
36 35 147 ?(itQaQI 638 21;19 1(32 2 0 0 0

e Molecule 37 is a protein called 50S ribosomal protein L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
37 88 14l rf(itl&;l 7(;2 QTl 127 ? 0 0 0
37 45 138 ?ggzl 7%2 21(\JI8 1(223 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
38 08 118 gog?l 6(54 21(\)13 1(5)9 ? 0 0 0
38 g 118 1;)0;?1 6(54 21(\)13 1(5)9 ? 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 A8 = TSOSt fl 5(536 11;16 151)9 0 0 0
39 05 110 TSO;E? l 5(;3 11;15 128 0 0 0

e Molecule 40 is a protein called 50S ribosomal protein L.19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
40 B8 136 ’f(l)t;;l 7(032 21;]1 184 ? 0 ¥ 0
40 [E 140 r‘lr(l)g&;ll 7(233 215\’318 2(32 ? 0 0 ¥
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e Molecule 41 is a protein called 50S ribosomal protein L20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
W o | w TR e
IR T HEEERE
e Molecule 42 is a protein called 50S ribosomal protein L21.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
42 b8 100 T707t4iL l 439 114\1]1 1(?33 ? 0 0 0
2| o | | e | 0 | 0 |0
e Molecule 43 is a protein called 50S ribosomal protein L22.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
43 18 110 1;30;2 1 5(532 11;11 1?1 g 0 0 0
IR HEEERE
e Molecule 44 is a protein called 50S ribosomal protein L23.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
A I I L L
4] BS o E 0 0 0
e Molecule 45 is a protein called 50S ribosomal protein L24.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
45 G8 o7 1;();2 l 4(732 114\110 1(1)7 § 0 0 0
45 | C5 52 20521 2(;8 ;\12 (?5 ? 0 0 0

e Molecule 46 is a protein called 50S ribosomal protein L25.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
46 H8 170 ?gga; 8(730 214\116 226 § 0 0 0
46 D5 1 ?Ztlall 9(031 215:13 2(5)5 2 0 0 0

e Molecule 47 is a protein called 50S ribosomal protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
47 18 [ T601tfLl 3(7]8 11;19 1(83 ? 0 0 0
IR HEEEEE

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 I8 %6 T7oéf? l 4(6]9 114\118 1(2)9 ? 0 0 0
18 ks o1 1;();?1 4(6]3 114\116 1(2)7 ? 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
9] K8 08 s A 16 100 1 0 0 0
IR HEEEEE

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
5 | L8 58 ngl 233 81\; ;)7 0 0 0
50 | H5 58 Tf;gl 2(933 81\; ?7 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

51| M8 60 Pl &N b 0 0 0
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e Molecule 52 is a protein called 50S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
52 | Ns 48 o e o 0 0 0 0
e Molecule 53 is a protein called 50S ribosomal protein L34.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
53 L5 48 Téf()tgL l 229 11(\)IO 5(?5 2 0 0 0
e Molecule 54 is a protein called 50S ribosomal protein L35.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR TN EEE
W | e N0 s e | 0 | 0 |0
e Molecule 55 is a RNA chain called tRNAThr.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
5 3L 72 ?ggzl 657 21;16 5(33 ;; 0 0 0

e Molecule 56 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

56 13 205 905 205 0 0

56 3E 1 Total - Mg 0 0
1 1

56 5E 1 Total - Mg 0 0
1 1

56 91 1 Total - Mg 0 0
1 1
Total Mg

56 51 2 5 9 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

5 | sl | Total - Mg 0 0
1 1

56 | BI 9 Total - Mg 0 0
9 9

5 | 1K | Toltal N{g 0 0

5 | 2K 9 Total - Mg 0 0
9 9
Total Mg

56 1H 622 oy 629 0 0
Total Mg

56 16 15 51 0 0

56 11 1 Total - Mg 0 0
1 1
Total Mg

56 21 4 PR 0 0
Total Mg

56 31 9 ) ) 0 0

56 41 1 Total = Mg 0 0
1 1

56 68 9 Total = Mg 0 0
9 9

56 78 9 Total - Mg 0 0
9 9
Total Mg

56 88 3 2y 0 0

56 98 1 Total = Mg 0 0
1 1

56 DS 1 Toltal l\gg 0 0
Total Mg

56 I8 9 ) ) 0 0

56 P8 1 Total = Mg 0 0
1 1

5 | Q8 1 Toltal l\gg 0 0
Total Mg

56 1G 155 S 0 0

56 42 1 Total - Mg 0 0
1 1

56 | 2A ! Toltal hgg 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

56 | 4A | Toltal N{g 0 0

5 | 9A | Toltal N{g 0 0

5 | BA 9 Total - Mg 0 0
9 9

5 | 1B | Total - Mg 0 0
1 1

5 | oL 9 Total - Mg 0 0
9 9

56 AL 1 Total - Mg 0 0
1 1
Total Mg

56 14 435 e a 0 0
Total Mg

56 1J 6 A 0 0

56 19 1 Total = Mg 0 0
1 1
Total Mg

56 29 3 2y 0 0

56 39 1 Total - Mg 0 0
1 1

56 25 1 Total = Mg 0 0
1 1
Total Mg

56 35 3 2y 0 0

56 45 9 Total = Mg 0 0
9 9

56 55 1 Total = Mg 0 0
1 1

56 85 1 Total = Mg 0 0
1 1

56 E5 1 Toltal l\gg 0 0

e Molecule 57 is IRON/SULFUR CLUSTER (three-letter code: SF4) (formula: FeySy).
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SF4
S3 FE1
FE4F
Q2 F e g2
S4
ST FE3
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Fe S
57 3E 1 3 4 4 0 0
Total Fe S
57 32 1 3 44 0 0

e Molecule 58 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
58 | sl | Total - Zn 0 0
1 1
53 A 1 Total Zn 0 0
1 1
e Molecule 59 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
59 13 339 339 339 0 0
59 1E 1 Total O 0 0
1 1
Total O
59 3E 2 9 9 0 0
Total O
59 4F 2 9 9 0 0
59 6E 1 Toltal (1) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
59 SE 2 5 9 0 0
Total O
59 11 3 3 3 0 0
50 | 3 | Total - O 0 0
1 1
Total O
59 4] 2 9 9 0 0
50 | 5l | Total O 0 0
1 1
59 61 1 Total - O 0 0
1 1
Total O
59 71 3 3 3 0 0
Total O
59 1F 2 9 9 0 0
59 1K 1 Total - O 0 0
1 1
Total O
59 4K 2 9 9 0 0
Total O
59 1H 1047 1047 047 0 0
Total O
59 16 19 19 19 0 0
Total O
59 11 11 11 11 0 0
Total O
59 21 8 3 3 0 0
Total O
59 31 7 - - 0 0
Total O
59 58 3 3 3 0 0
Total O
59 78 6 6 6 0 0
59 | D8 1 Total - O 0 0
1 1
59 ES 1 Total - O 0 0
1 1
59 G8 1 Total - O 0 0
1 1
Total O
59 I8 2 9 9 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
50 | I8 | Total - O 0 0
1 1
Total O
59 L8 4 4 4 0 0
5 | Ps | Total - O 0 0
1 1
Total O
59 Q8 2 5 9 0 0
Total O
59 1G 289 989 989 0 0
Total O
59 32 2 9 9 0 0
59 42 1 Total - O 0 0
1 1
Total O
59 52 4 4 4 0 0
59 1A 1 Total - O 0 0
1 1
Total O
59 TA 4 4 4 0 0
Total O
59 9A 2 9 9 0 0
Total O
59 BA 2 9 9 0 0
Total O
59 2L 6 6 6 0 0
Total O
59 41, 3 3 3 0 0
Total O
59 14 730 730 730 0 0
Total O
59 19 10 10 10 0 0
Total O
59 29 2 9 9 0 0
Total O
59 39 5 5 5 0 0
59 15 1 Total - O 0 0
1 1
Total O
59 25 6 6 6 0 0
Total O
59 35 6 6 6 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total O

59 45 4 4 4 0 0

50 | 75 | Total - O 0 0
1 1

5 | 95 | Total O 0 0
1 1
Total O

59 B5 3 3 3 0 0
Total O

59 H5 3 3 3 0 0
Total O

59 M5 2 9 9 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The

first graphic for a chain summarises the proportions of the various outlier classes displayed in the

second graphic. The second graphic shows the sequence view annotated by issues in geometry and

electron density. Residues are color-coded according to the number of geometric quality criteria

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

A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2
or more consecutive residues without any outlier are shown as a green connector. Residues present

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

e Molecule 1: 16S ribosomal RNA

%
B

15%

40%

41%

Chain 13:

8.LD
LLD

w0
~
O

69D

+

%50

[4:p)

9%D
Svn

(0} 20]
6eD
8€D

CEV

i

[443)

0zn

81D
10

€10

oTY

© ©

1220

6120
8120
1120
912H

6020
802N

002D

861D

STV

ceTn
T61D

arern
JT6TD

evey

LETO

CETH
T€TH

S¢T0
¥2eo
€zcen

96€D
S6€0
76eD
€68V

T6€D

88€D

G8€D

1

9.€d

eLEY
TLED

0.L€0

L9en

S9en

€9€Y

T9€D

95€EY

T9€D

199D

899D
L5SD

iifo]

€98V

6%390

LYSY

(4720
175D

8€SD

vesn

TESN

128D

14:1)

€TSY

125D

i

115D

Ll

509D
%030
€090
20sd
T0SD
008D
867V

967V

06%D
68%0

98¥N

1650

889D
189D

989D
789D

189D

8190
LLSD

S.LSD

€LSY

[4aA )
12LD

6T.LD

LTLD

STLY
PTLD
€TLD
cTLY
TTL
0TLd

¥6.LY
€6.0

68.0

L8LY

3

6.LLD
8L.LD

YLLD

@® 69.D

L9LY

S9.LD

T9.LD

6G.LY

SS9

€9LY

TS0
0S.D

VLY

9L
€v.L0

T9LD

i

LeLY
9€LD
SE€LD

TELD
0€LD

LTLD

STLD

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#residue_plots

wwPDB X-ray Structure Validation Summary Report 6GSJ

Page 27

)

€880
2880

0880

818D
1180
918D
G180

898D

9980

098Y

858D

6780

€80
€e8n

0€8D

828V

9280
§Z8D

128D
ozsn

118D
918V

Y18V

0780

8080

796V

sg6n
756D
€969
zs6n

0s6n
676V
8%6D
L%6D

T%6D

0¥%60
6E6D

LEBY
9€60

7€60

i

2T6D

ozen
616V

716V

606V

906D

7060
£06D

TO6Y

868D

£68D
268Y

068D

888D

988D
588D

48201D
¥8201D
820TD
L20TD

€20TD
(440
12019
0zoTn

LT101D

STOTV
Y101V
€10TD

900TD
S00TY
7001V

200TD
TO0TD
000TY

6660

1660
£66D
ze6n
T660
0660
186D
986V
G860

€86V
2860

0862

€169

996D

90TTD

70T1D

coTTV
TOTTV

660TD

L60TD
960TD
S60TN
¥601D
98010
080TV
LL0TD
7L0TD

TLOTD
0L0T0

99010

€90TD

09010

85071

SSOTV

€50TD
67010
9%0TV

S¥0TD
TYOTV

(44U

6€0TD

L3

LEOTD
9€0TD

v€0TD
€€0TD

¥ZEOTD

620TD

SLTTD
VLTTD
€LTTD

69TTV
L9TTV
99TTD
S9TTD
v9T1D
€9TTD
29110

09T1D

7ST1D

CSTIV

0STTN
6%TTD
8¥11n
LYTID

SPTID
4429
495
(4495
15425

8ETTD

9€TTN
SETTN
YETTD

8CTTD

921N
17435
€CTTV
(2439
8TTTID

9TT1ID

YITID

+
=

75210

8¥CTV

i44a%)
€2CTID

0zTTd
612TNn
8T1CTD

4195
€1eTV
z1en

021D
9021

€0TTD
20TTD

002TD

86TTD

96TTN

v6T1IN

¥811D
€8TTV

08TTV
6LTTY
8LTTD

VEETD
EEETY

6CETY

9CETD

€CETD

F

6IETY

CIETD

80€TN

90€TY

V0ETD

00€TD

86CTD
L62TO
96210

£621D

T62TD

S8CTY
8210

LLTTO

Slety
j2X4%)

TLCTD
04210

99219

9210
€92T0

09210

€07 1D

T071D
00%10
66€TD
@ 86€ETV

96ETY

CB6ETD
T6€TN
06€TN
68ETD

S8ETD

+

LLETY
9LETN

VLETY

CTLETN

0LETD

89€TD
® L9€1D
99€1D
S9ETD

8GETN
LSETY

SGETD
¥SETD

CGETD

6VETY
8YETN

SYETN

EVETD
{44315

0vETY

8EETD
LEETD

€0STV

96%1D

6871D

L8%1D

YLP1D

69%1D
89VTV

T9%1D
09VTV
6SVTD

€SVTD

TSHTV

67710

i

9EVIN
SEVTD

CEVTD

0EVTD
[(1474%)

l44%)

€TYTD
(4445

0zy1d
6171D
8TIFTV
7ivin
(2545
L0Y1D

14045

SESTD

62STD

LTSTD
92STD
G2STD

F

8TSTY

16S ribosomal RNA

91G1D

(4519

0TSTN
60STD

90STN
S0STD

e Molecule 1

%
B

12%

37%

~ ©
S s
[SN3)

46%

Chain 1G

€39V

T8V
oSy
670

42
€%0
v
5%

6€D

ged
7ed
eV

149

€20
{443
14

61D

L10

{49

6D

n

YETY

0ETY
v6C1o
6210
8¢
21D

1210

L11D

viin
€TTD

TT1D
0TT1D

10TV

£6n

8920

T92n

SG2H

012N

802N

41670
AT67D

a161d
V161D

88101

49810
q981D
aestd
0981D

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6GSJ

Page 28

99€D

€9¢eY

19€D

6S€N

LYED

zeed

92€D

vzed

Teev
0Z€D

8T€D

v1€d

60€D

Ll
B

00€V
662D

L62D
9620
S620

262D

062D
682D

1820

(44

0820

8.LTH

2LTd

957D
SS¥0

3

(S14718
8T

9CT¥D

¥Zvd

(4474

(07471
61%0

S6€0

T6€D
06€0

88€D

98€D
¥8€d

LLED
9.€D

vLevY
eLEV
TLED
TLED

L9en

079D
6ESY
8ESD

SESY

E€ESY

T€SN

625D

928D

[44:n)
j%4°5)
0Zsy
6150

118D
0TSV
605V

S08D
%030
€080
208D
1080

L6770
96%Y
S6%V

i
i

167D
067D

88%0
L8YY

¥8%D
£8%D

8LYY

3

8190

9199

995D
S9sN

€95V

633V

1989

9990
990

€%50
{4740
1520

1525
LELY
9€.LD

0€LD
6LV
8CTLY

veLd
€c.Ln

STLY
vILD
€TLD
ToLY
1690

169D

6890

989N
§89D
89y
6,90
8.9Nn
.90

.90
€199

699N

799D

799D

i

zson
TS990
089D

£€9D

629D

€290
[44°) )
134°4

ven
8€8D
LESD

628D

128D

618Y

Y18V

[45:9)

[ ]
0180

S080
vosn

008D
66.D
86.D
161D

6LV
£6.0
6Ly
T6.LD
06.LY

L8LY

¥8L0

08.LY
6.LLD

LLLY

99.LY

8G.D
LS80
9S8.D
S9S.9

€39.LY

1S40
0S.D
67.0

VLY

¥¥6D

[47:0]

SE6Y

-~

606V
€069
2069
T06Y
868D

968D
768D

268Y

068D

+
i

818D

3

€.L8V
L8V
T80
998V
298D

698Y

968D

600TD

¥8660

5660

0660

L

896V
1,960

S96V
w96V
£969D

1960

636V

Lsen

901N

09010

85019

950TN

67010

9¥0TV
S¥01D

0%01Tn

610TD
810TD

9101V
STOTV
Y101V

T101D

TETTD

ccTIn
12110

6TTTD
8TTTID
L1TTD

CITID

L0TTD
902TH
S0TTN
voz1v
€02T0
@ <20T1H

9611TN

Y6110

C6T1D

681D
8811V
L8T1D

811D
€8TTV
28TTD

08TTV
6LTTV
8LTTD
LLTTD
9LTTY

VL11D

TLITD
TLTTD
0LTTY
6911V

29110

SGTTD

€311
(421334

6711
8¥110

€VTID
(4425

%8210

28C10

L1210
921D
S.2TV

€L21D
2.L2TTD

69CTY
89TV

H

85CTD
PA{A NN

L
E

[4:t4a
T8CTV
0S2TV
6%CT0
8¥CTIV

9YCID
SYCTY

L

€¥CT0
(4745

6ECTV

L

SETTN

b

® 92210
[ ]
[ ] wwmﬁo
61210
81210
LTTTD
9TCTD

8¥ETN

EVETD
ZYETD

OVETY

9EETD
SEETD

CEETY

0€ETN
62TV
8TETD

9CETD

SCETD
YZeTy

TCETD

8TETV

9TETD

CIETD

80€TN
L0€T0
90€TV

Y0€TD
€0ETD

86210

|

76210

2621
16219

68CTV

62710
8CVTV

€CYID
[44745]

F

225744

STP1D
7ivin
ETVIV
(4542
12542
0T 1D

90710

€0%10

T071D

i
+

LBETD
96ETY

+

88E€TD
L8ETD
98ETD

08€TN

SLETV

vLETV
€LETD

TLETD

69€TD
89€TH

S9ETH

Y¥29eTd
C9ETD
T9€TH

LSETV

TGETN
0GETY

8TSTV

L

251
€TSTV
(45191
TIGTD
0TS
60STD

90STN
S0STD

L6V1D
96%1D

L8%1D
98%1D

wwmﬁo
6L%1D
8L%1D

ELVTV

697D

L9V1D
99%1D

09PTV

vSv1D
® €S¥1D

TSYTV
0SyTN

13445

9EVIN
SEVTD

CEVTD

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6GSJ

Page 29

0€STD
62STD

S2

n

308 ribosomal prote

e Molecule 2

11%

10%

+

13%

36%

41%

Chain 1E

258

TLA
0L4

891

794
€90

[4sict

6vd

5120

791

[472%

O%H

€EX

-
o
>

g o
& 2

o
N
5]

6TH
81D

9TH

A%

LA

SI

[ ]
9%Th
SPT1

€714

+

6ETH

1

SETH
veTa

1€1d

8CTd

9¢Td
® S¢id

® <Jcld
1211

Ll

@® SIT1

€TTH

60TS

YOTN

007D

[ ]
® Ll6M
®
[ J

e 18A
® 08I
6.d

€121

602H
80CI

90za
soza

T02I
0021
66TA
861d
LBTA
9611
S61Q

€6Ta
261S

¥8TA

89TL

*

30S ribosomal prote

991d

¥9TA

8€TT

€€TS
zeed
Teed
o€zA

pradi)

S2

11

(o]
)
—
=
Q
)
—
=
[ ]

19%

12%

3
Ll

38%

30%

2%
n

Chain 12

19T
09a

1S4

SG4
7Sl

-
< <
H oA

o <
m M
=<

o = o
2En

«Q
N
[N

©
N
A

SN

€2H

81D
L14

9ETA
SETD
vera

CETA

0ETYH
6214

211

1

cerd
1211

6114
8TTT

80TI

+

FOTN

TOTW
007D

S8Y
¥8d
€8I

[
N~
=

681d
88TV

98TV

78TA

2811

3

8.LTd

3

8ETT

12e1

vier
€121
[41d]
1121

S3

n

30S ribosomal prote

e Molecule 3

X

<

—

X

n

R

©o

o

X

o

N
N
o
—

[}

=

o=

<

mmw

SLA

I
s
x

0LA

S9V
7oA
E9N
29

694
894
LSI

©
0
a

<
[T}
~

D O
< w0
I""‘.

~
<
=

€%1

ovYd

L

9ea

3
+

TE€H

6CA

[
o
© o] 3
= A Eav

SL17T

TLTY

89TV

318
E€STA

(0458

YETI

O

R LDWIDE
PROTEIN DATA BANK

2ETY
TETY

+

€210

80TN
7010

86N

~
[}
I&

S6L

[
@© llIIll
@
Im

98A
S84

§I

c8d

-
o<}
o

81D

9LA

W



wwPDB X-ray Structure Validation Summary Report 6GSJ

Page 30

30S ribosomal protein S3

elorace

€024
[4an
TOZA

T6TL

e Molecule 3

0674

¢8TI
T8IN

9LTH

11%

18%

9%

35%

39%

Chain 22

TLY

o
=
I>

©
©
=

[
0
<
<

[ X )
B
©
'>

SGA
2t

[4:y!
19D

8VA

ovd
S¥i

{4741
v
ovd

LETV

SETA

CETH

62TV

ey
0ZTA

8TTh

STTT

€11V
C11s
TTT1

60Td

7010

e 1071
00TY

L1631

TOZA

66T
® 86TA

9611
S6TA

® €614
C6TL

06TY
68TV

18TV

T8IN

6.LTH

YL1d

LT

CSTI

08T
67TV
8¥1D

Tv1s

(47251
T7IA
(A%

308 ribosomal protein S4

e Molecule 4

21%

8%

38%

53%

Chain 3E

184

L0

b

L91

€93

o

o
©
IIm

e 891

£48d

TSd
0y

3
]

ALY
VA

SEY

EEN

92D

121

)
i
pE

8T

LN ]
o
—
o
o0

(] (]
0
H

8¥TA

L1TV

CTTA

$S02d

00T
66TN

7611
€61Q

8811

@ S8Td
v8TA

T8TH

Y11
€LTM

308 ribosomal protein S4

e Molecule 4

8%

36%

55%

29%

Chain 32

€48a

t

8EA

o
2]
o

30S ribosomal protein S5

611

0
—
=

™
—
~

—
—
I

o
<'..w
> =

1

784
084
®

8.1

6024

€02A
2021
102d

86TA

®
o
o
—
=

R LDWIDE

1874

o
0
-
(S

PLTT
ELTM

TL1D
® O0LIA

o
©
-
(=]

® TSTY

e Molecule 5

w_ 0

PROTEIN DATA BANK



6GSJ

8%

w0 © o
NN~
B =]

7%

26%

59%

wwPDB X-ray Structure Validation Summary Report

19%

Page 31
Chain 4E:

08I

0Ld

€94

[
w0 :\+
S s
u.I:c
[ X )

o
]2

e o
o o
]
H> >I

g

814

9TL

(4!
171

84

94

9ETH

92TH

+

0ZT.L

8TTI

STTA

€TTV

T11d
0TT1
60TI
90Td

2oty

00TA

£6d

06A

188

F
e

1834

5%

R
X

12%

24%

38%
[oNe)
3 &

[
o
@
<

70%
o000 o

N < ©
N N N
(&) ~ 12

42%

21%

15%

e Molecule 5: 30S ribosomal protein S5
e Molecule 6: 308 ribosomal protein S6

Chain 42:
Chain 5E:

B

e}
~
=)

N
~
=

@ o
© =
M a

89d
LOW

SS8a
22!

ovd

ovA

2 g m_s 5587
g [=]=2 2] D’g =

L

9%

23%

68%

4%

e Molecule 6: 30S ribosomal protein S6

Chain 52:

89d

S9N

Ll

S4a

PAZS
oY

Sev

€eX

0€T

921

[aac
121

T

TIN

81

9A
Sa

€4

8%

29%

R LDWIDE
PROTEIN DATA BANK

w_ 0

62%

e Molecule 7: 30S ribosomal protein S7
23%

Chain 6E:



wwPDB X-ray Structure Validation Summary Report 6GSJ

Page 32

(]
@ 08A

e 8.

SLA

e o060 o o
6% 12%

294

64T

+

671
8¥%4

i

[472%

F

LEN

0€I
62X

LZ1
9zd
Sev

€CA
(44}

30S ribosomal protein S7

16%

0za

STd

o
—
]

°
|
P
E

e Molecule 7

®

o
@) .\-
~ <

®

2.

~
00000

® 7SI

EVTY

38%

45%

00TV

o
[}
=]

< w0
0 ©
IZ*H

Chain 62

0L%
69A

99A
SoV

294
TOA
093

8Gd

L

751

[4:x|

0SI
671

L%

€vd

[
<+
H

[ ]
oy

~
o
=

[
SeN

® O€I

pXas

€A
{44}

oza

STd

evTy
(4745
T7IA
0¥1a

LETA

868
16D

o

€6d

88d

308 ribosomal protein S8

e Molecule 8

12%

33%

55%

) — ©
= Il [
I>I¥1>H

6%

Chain 7E

€6A

164

68d
883

€81

L3

cld

894

S9A

€91
(4228

094

8GA

9G)

TSA
054

LTL

45
€1I
[4%:!

8ETM

SGETO

@ €EETT

TE€TD

6CTA
8CT1D

SCTY

€274

Te1a
0zTL

G118
P11l
€118

01TV

308 ribosomal protein S8

LOTT

e Molecule 8

70Td

64

8%

57%

11%

Chain 72

Z8H
08I
6LA

S.4

€.d

TSA

8VA

€%D

v

6¢e1
8€T

3

ced
Ted

6CS

€2S

LETA

9CTH
SCTH

ecrd
et
Tera

® 6111

€118

0TTY
60TI

SOTH
01
€0TA

T0Td

30S ribosomal protein S9

e Molecule 9

DO = A
D © © ©
1&4Q<>~

BN

o

—

X

o~

<

R

n

<
N
m
o

o0]

=

o=

o]

mmw

o o
re
<
<<

R LDWIDE

o o
© N~
S £

®
©
=

0
0
<

o
<
<

6€D
8ed

8CA
pxan
9zA
SeH

(443
Ted
0zd

814
LIA
914

LL

o
Ic>-I

w_ 0

PROTEIN DATA BANK



6GSJ

wwPDB X-ray Structure Validation Summary Report

Page 33

® 821d

LN ]
0
q
o
>

Tere
ozTy
(3944
8TTH

961

<
[}
<

® 88k
180

981

o -
& @ 00
B H

e Molecule 9: 30S ribosomal protein S9

LLI

N
~
H

TL8

- 5%

8%

45%

R
—
<

30%

Chain 82:

(444

@® 60T7A

70T

® <2011
® 9€k T0T4

e Molecule 10: 30S ribosomal protein S10

veN 661
® €ged 86d
163
961
S6)

8CA

e ¥IA
€Ty

a2

10%

10%

29%

50%

24%

Chain 1I:

D
©
=2

©
©Q
=

v9d
€94
C9H

L8%

< w0 ©
[T Te]
rhxm

0SI

0000000
=] ~ oo
< <+ &
ih"m o

<
o0
=

N
™
I<I

0€s

D
3]
~

82d

9V

< 0 o
© 0 a O
oA = A

(44!

o
i
(=1

e Molecule 10: 308 ribosomal protein S10

d
~
=

SLI

6%

11%

46%

37%

20%

Chain 1A:

€.La

TLT
0.4

89H

994
S9T

194
094
69S
89d

S8
754

3

0SI
67A
8%l

SvY
47\

T9d

1

ges
e FeEA

(43

0€S

00TL
663

S64

€60

Téd
061

881

—
—
p]
=
o
]
+~
o
—
[
—
=
o
0
=}
Q
c—
—
[P
=}
(el
—
i
5]
—
=
O
5]
—
MO
[ ]

SLI

14%

5% -«

33%

47%

R
o
<

Chain 2I:

7L

LX)
®
I
IH'

®
=
o
=

L]
® 6zl

LZN

® CCH
119}

8Td

918

e LIIN
9TTH

(4328

60TA

L0TS

1

® €011

3

861

e 96
® S6I

b

® 164

® 68V

181
989

78A

e 18a
08A

® €l

® 1.

e Molecule 11: 308 ribosomal protein S11

® 89V

e 991
® S9V

12%

6%

29%
D E

gPDB

O
PROTEIN DATA BANK

W

53%

28%

Chain 2A:



wwPDB X-ray Structure Validation Summary Report 6GSJ

Page 34

o
o
o

8¥I

¥¥S

~
®
(&

[
- o
™ M
B

o o
o
I
H

® 9C1d
SeTd

€17d

L0TS

SOTA

€0TT
201D

00TV
660
861

0
)
(=1

181

S84
ol weA
e €8I

Z8A

3

8.0

[
- N m
[
II=< == IIII..

e Molecule 12: 30S ribosomal protein S12

8%

8%

34%

51%

17%

Chain 31I:

9T

€T
[44 9

0CTA

L1174

P

3

OTTA

SOTA

*

TOTA

€61

[
o
o
=

e Molecule 12: 30S ribosomal protein S12

18D

1

€8A

188

8%

8%

33%

52%

41%

Chain 3A:

o
©
IHI

ovA

o)
Im-
o

zed
Ted

ven
€24

e

614

{45

60

+

901a

@ 107A
® 007I

e Molecule 13: 308 ribosomal protein S13

96A

6%

X
S
—

43%

40%

8%

Chain 41:

[ esT
SGY
|

e lTd
92D
SCI

€CTA
(44}

0zl

81V

91d

%
01d

o e
« ~
IIIIS S:IIII> kJII

81TV

e Molecule 13: 30S ribosomal protein S13

® 061

884

98D

81

Z8W

T
0.1

899

. 13%

11%

35%

38%

oMo S w0
i s s ]
a > H ~

25%

Chain 4A:

cLY
T
0.1
694

®
o
<

-
™
£

<
-
~

® LITA

0TTH

7014

coTyd
107D

L6d

S6D
64
€64

164

68D

18T
084

D E

O

R L DWI
PROTEIN DATA BANK

W



Page 35 wwPDB X-ray Structure Validation Summary Report

6GSJ

e Molecule 14: 30S ribosomal protein S14 type Z

28%

. e ——

Chain 51: 46% 41% 11% -«
[ X X J [ X ]

LN o e

|| 0 © N~ oo Il <& w o~ 00

¢} ~ o e Rl A S Yo B Tl 7 )
H MmX > > HeEEa oA AN

e Molecule 14: 30S ribosomal protein S14 type Z

R12
T22
c27

©
N
o

R29
A30

72%
. I
Chain HA: 39% 39% 18% .

m-wlsoom
~ e T )

e Molecule 15: 30S ribosomal protein S15

R41
142

Laa
R45
E46
La7
L ms e
H49
K50
o e1 @
052
L53
R57
K58
B

18%
. — ——
Chain 61: 56% 31% 10% -«
[ ] [ ) 000 [ X ] [ X J [ ] [ ] [ ]

&0 Y il B bl bl - IS 0 < S o .o B 8% IS YRICK

X =g = H << o [=} 0 = = ~ [} B4 == — = ~ [ s (=} [=} Mmoo

e Molecule 15: 30S ribosomal protein S15

36%
. T —
Chain 6A: 76% 21% =

(] (]
oy © N 3™y
H A <~ S
o (X )
Iq"
I
4

e Molecule 16: 308 ribosomal protein S16

R79

o
©
=1

G86

T22
G23
S24
E26
L31

16%

. I ———

. 52% 35% 7% 6%
Chain 71
[ ] [ ] [ ) [ ] () e o000 [ ] [ ]
I . II comsrns II-I- I I- s-lg-la-s-s z-.:-& : I.
= MNoHa A ~ T w0 X ool - ~ el [ - a B = [ =] = N m
e Molecule 16: 308 ribosomal protein S16
2%

. B ——

Chain TA: 63% 30% . 5%



Page 36 wwPDB X-ray Structure Validation Summary Report

6GSJ

[ )
e Molecule 17: 30S ribosomal protein S17
36%
. I
Chain 8I: 56% 30% 9% 5%

[ XN ) [ X ]
- N < 0 o N oo ¢ v N~ o O -

o ® o0 o0 [T Ra—o) © QO OO QoK N~
A SN > & > H &AH@XEX R
000000 O

K N~
N~ © 0
= o>

e Molecule 17: 30S ribosomal protein S17

®
]
=

E24

60%
Chain 8A: 62% 30% %
0000000OCOGO 000000000 [ X X ) [ X X J 0000 [ ] [ ) [ ]

V23

=} < M o OMIM W ON0NO -
o < v - N wn w0 w © © O © © QYN
il = 2} =) HH EhH®X®NM®IK
0000 00000 0000000000

0000
o o
=) -
=1 7]

e Molecule 18: 30S ribosomal protein S18

7%

R91
R92

. —
Chain 91: 41% 32% 5% 23%
[ ) [ ]
o a [=] e 129 = B4 =} = -0 o< 5] [ | -
[25]
e Molecule 18: 30S ribosomal protein S18
Chain 9A; 48% 20% 10% 22%

V37
R53
T56

— ® ©
3] N o
_ﬁ‘l:"“=
- I

e Molecule 19: 30S ribosomal protein S19
12%
Chain AL e 45% 33% 11% 11%

[ - ©
m N4 <
I>Ix1m*

00 I — W Mo o Mo o By
re) © © © © N N~ ©
=} 3 =] = ~ = =

V86

WO RLDWIDE

PROTEIN DATA BANK



Page 37 wwPDB X-ray Structure Validation Summary Report

6GSJ

L16
R29
L30
131
K32
T33
R36
R37
P42
E43
149
A50
V51
H57
V58
162
N65
ver
G68

~
-
=]

L20
L22
N23

(] (] (]
o IIII 0 [} IIIIII
© - 3] ™
IIIIII..>< = II II IIN:IIIIII IIF-IIII IIII.. IIII IIIIII II

[ N ) (]
~ o
~ @

e Molecule 19: 30S ribosomal protein S19

33%
. 1 — . m
Chain AA: 22% 31% 15% . 30%
0000000O0COCO [ ] 0000 [ ] [ ) [ ] [ X ] [ X ]
o - N m © N~ 0 3¢} © 0 oo~ < w0 oM < N~ 00
N~ 00 o o o N oM M oM< S =+ < w n
x O m>AaA N = ~ 0 HH> A = = =0 o>

(] o0 o06o °
o S0 MO~ o g
© [© © 8l © N N

e Molecule 20: 30S ribosomal protein S20
21%
Chain BI: 41% 45% “6% 8%

LN ) o (]

[N 0 D O N 7o) <] (=] M ¢ w ©o 0 OO N S woN~Elailo - o

ISR T ISRl ) ] oo $ YYD DOBWWLBELY © NS

- X0 < ] X [ < A<omMBXK<HBIAXHE®R J ©nbJd
o =
S oo
o
H O

e Molecule 20: 30S ribosomal protein S20

H69
T77 @

133
L36

G103

—
K74
N75

|
R79
R80
K81
M85
R86

_

_
Q90
Lo1
L92

|
A95
G96
A97

45%
Chain BA: 66% 25% 6% .
0000000 00 [ ) 000000 000000 (X ) [ ) [ ) [ ) [ )

K14
R15
R17

E50
E51
A52
L53
K54
:::IF::.
L62
(163 ®

© ©
© = <
A o p:
—
oo
a =

e Molecule 21: 308 ribosomal protein Thx

1100
G101
Li04 ©
S105

41%
. I
Chain 1F: 48% 33% . 15%

L) o
N oW
II(’ et IIII II II IIIIIIIII ..|IIIIIIIIIIII

e Molecule 21: 30S ribosomal protein Thx
33%
. =
Chain 1B: 37% 41% . 19%

WO RLDWIDE

PROTEIN DATA BANK



Page 38 wwPDB X-ray Structure Validation Summary Report

6GSJ

[ ] o () X )
-~ w0 © W

N oW © e - N

T KT A ERE T X (=R

e Molecule 22: tRNAThr
7%
. h
Chain 1K: 20% 45% 22% 11% .

(]
o oo < (2} - o = om w0 ool
— 4 WON 00 oo — o 0 © © © © ©
(3] D= bD<<OV D U< (3] << S [SR=Y) o =]

WO N ® oMl M S WO
AN A NNN Lo B S
<BOVBO < < DOo<TO

e Molecule 22: tRNAThr
9%
Chain 1L: 20% 37% 36% 5%

o o
o © - = — o [ N @ = [} © © © ©
=% =] o =] (3] (3] (SR o o =] < =] ooD

e Molecule 23: tRNAfMet
3%
Chain 2K: - 48% 35% B T 7

U12
C13
G34
G35
A44

G71 @
c75 @
A76 @

[ )
o o o o (&) =} =3 ) =] o o O << (3] == < <I<PD OOV BO o <<
e Molecule 23: tRNAfMet
. T
Chain 2L: 43% 38% 10% 9%
I”I"’I"IQ-QISI%IHR-%I gg-3.8sSlﬁ’lgla'slglw-g-zlﬁﬁlﬁl
o o (4] o &) (&) L] o O D (4] oo o (L= &) o = << << 0O o (&) < < o

e Molecule 24: tRNAThr
12%
. | ...
Chain 3K: 24% 37% 30% Y 5%

°
=3 < © o o o © N~ 2] = 3]
® N~ oo e a Qo 8 & re) ) ©
=] =B <uv < v b < T O (L= 3] 3] 2]

C11
C30
C31
G39
G40
G41
v42
G43

C64
U66
Cc69
AT0
G71
Cc72



wwPDB X-ray Structure Validation Summary Report 6GSJ

Page 39

26%

33%

30%

7%

26%

Chain 4K

RNA (27-MER)

e Molecule 25

48%

15%

11%

7%

7%
19%

Chain 4L

(444

819D

23S ribosomal RNA

e Molecule 26

%
B

19%

39%

37%

Chain 1H

90
990
S9D0
7oV

290
79D

89D
180

9D
€3V

0sn

8¥%D
%D

L

E€%D

0%d
6€0
8EV

9€d
SED

12D

€¥10

98D

1

8D
08D

9.0

L0

(44

1

81TV

ST1ZH

121544

1314
012D

802D

902N
S02D

cozn
102D
00zn

8610
LBTY
96TV

S810
7810

(43144

081D

8L1D
LLTD
9L1D

91N
e €911

(41 5]
TS1D
0§70

w10

roLed
1042
HO0LZD

do.Len

6920

€920

192D

652D
852D

52D

6%20

S¥2h

(444

6een
8€TD

3

veed
ey
CTETH

0€ZN

[4si°0)]

0sen

LYEV

Tved

(07444

9€ED

£€€D

4°0]
(4434

L

0CeY
61€D

L1€D

vIev

9.2Y

d€LTD

veLTD

TL2D
dTLen

(4420
8CvV
(444

1N
(4740]

8T¥D

9T%D

L

1254
0T¥d
60%0

90%D

{07408

S6en

26€0
T6€D

68€D
88€D

YEOEY
£€9€D

LSEV

1

€250

6150

L1850

ia%14
€15V

1180
018D
608D

LOSY

S0SY

TOSY

£6%D
(4544
167D

S8%0

#8%D
£87Y

087y
6.7V

S.70

89%D

vovn
£9%D

€570

0S¥D

LYYV

$650
630

265D

06SY

€89
289D
1890
089D

9150

TLSY
045D

994N

793D

298N

095D

855D

985D

[4skp)]

T€80

625V

TS0

2¥59D
av359d

€59V

1999

879D

S%90

%99

~
©
©
O

0%90

8€9D

S2T99

[44°5)]

ST9D
vTon
€190N

Y6099
609Y

665D

7899
€890
289D

6,90

SL9Y
%.99

L9
TL9D

L9910

F

€999

YS90

dyS9D

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6GSJ

Page 40

6LL0

LLLY
9L.LD

YLLY

TLLD
TLLD

69.LD

L

S9.D

€9.D

TOLV

65.LD
85.L0
L5.0

¥5L0

TSLY
TSLY
® 0S.Y

® 8¥%.D

® 9%LY
i)
vvLD
€V.LD

6ELD

LELD
9€LD
GELY

T€8D
0€8D
628Y

528D
ve8y

zz8n

1180
9180

7180
€180

808D
L0o8n
908D

708D

66.D
86.D

08.LD

8060

L

H

088D

678V
8¥%8D

9%80

€%8D

686D

186D

v.L6D
€.L6V
TL6D

3

296D

096V
656V

LS6Y

G560

3
3

916D
G160

€160
2160

SSG0TH

€701

%010

|

LEOTD

€E0TN

%2110

€0TTV

101710
00TTD
660TD
860TV
L6070

€60TD
26010
601D

7801V

6.0TD

9.L0TD

H

YLITY

TLITD

89TTD

99TTD
S9TTN
Y911D

911D

8ST1D

9STTV

6%T1D

4425

(44251

0%TTD
6ETTD
8ETTD

9ETTD

€ETTN
CETTY
TETTD

9921H

%9210
€92TN
[4°144 4

092TH

832D

9521

TS2¢10
0S2TH
6vcIn

® 8¥CId

14445
E€YCTD

ovein
6€CTD

8CCTD
L2TTY

§¢TT0
2eeTo
11445
(443
81210
911D

(4245

1

veTn

L

LEETD

E€EETO

TEETV
0EETO

L

SCETD

cTeTY

0ZETD

LIETY

Y1€10

TTETD
0TETD

80ETY
LOETY
90€TD
S0ETD
%0€1D

662TD

962TD

€62T0

16210
06210
68CTD
88C1N

13

082TH
mhmHu
€L2T0
cLTTY

STPIN

€TVID
CIVIV
11710

80%1D

90¥%TN
S0%TN
womﬂo
T0%1D
00% 1D
66ETD

veein

68€TD
88ETH

Y8ETY

8LETY

9LETD

€LETY
TLETN

0LETD

LOETY

P9€TD

T9ETD

83ETD

67ETY

LYETD

SYETO

SY¥1D

VoyvIv
YYvId

[444%0)
15445
[0)74740]

vevIV
€EVTIN

9TY1D

+

4445

(25444

LI%T0

09GT1D

LSSTO

SGSTD
PSST1V

0GSTD

L
3

9YS1D
YSveIv
SYSTY
¥%310

TyS1D
9s10
0%STD

6ESTD

® 9€esTv

€ESTO

{44 5]

915TN
STSTO

CISTD

60ST1D

00STD

86%10

veviv
€6¥%T0

¥291d
£€291D

12910

619TD
8T9TV

9T9TV

T191D

90919

70910

091N
T091D

LBSTY

169TD
065N

88510
L8STV

S8STD

28ST0
18S1D

8.5TN
LLSTD

%.910
€LS1D

TLSTV

S9ST0

|

T9STD

S69TD
%6910

26910
16910
0691V
6891V

1891

LLOTY
9.9V

¥L91D
€L910

6991V

S99TV

8¥%910
L%9TD

H

TY91V

8E€9TD

9€91D
SE€9TD
YEITV

L

Y0€91D
0E€9TH

829TH
291D

S29T0

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6GSJ

Page 41

V6,10

T6LID

06.T0

F

S8LTV

€8LTY

i
L

SLL10

CTLLID

e
3

0LLTD
69LTD

L9.TD

o
® 19110

6SLTY
8S.L1D
L8210
wmmﬂo
€GLTD
CSLT0

oJmﬁu
9VLID
E€VLID
Nwmﬁo

CELIY

LTL10

L

COLTD

00LTV

081D

9810

6581V

Nmmﬂu
19810
0G8TD
67810

LY8TY

¥%810

Y81

0%81D
6€8TD

vesin

8¢8TH

ST8TY

€281
2T8T1H
1281V
0z81Nn

818TN
L18TD

ST8TV

€18TD

11819

L08TD
90810
081N
%0810

T0o8TY
T081D

S6.LTD

87610

SY6TD
Yv610

€E6TD

0E6TD
626TD

LT6TY
961N

(4415

L1610

16TV
11610

906TD

€06TD

TO6TV

868TN

S681D

1681H

888TD
hwmﬂo
Nwmﬂo
881D
TL8TY
TL8TYV

0ozogy
6102V

@ 91020
[
e Pvrocy
® €702V
NH“Nc
9002D

€002D

00029
66610

96610

76610

06610
6861

9861V

786T1D

v.61D
€L61D

89619

9961V

7961D
€96T0
29610
T96TD

6S61D

75610
€561V
2S6TV

§802D
78020
€8029
2802V

i
L

08029

TS0V

6%02D

L¥02n

€%02D
cvoey
Tvozn

0€0TY

6202
8202n

9202d
§202D

0972

3

82120

L
3
i

17454
€210

0%2Td

9€TTO
SE€TTD
€T
£eecen

622D

seeey

vceed

122D

88120
18129
9812
S8T120
812D

9.L12V

89129

€9720

oTeTY
60€TY

90€2D

9622N

262T0

g
3

88CCY

i
3

S§82T0
%8220
€8220

18220

3
i

9,229

|2X443)

69TTY
89¢TY

L

19220
0922D

L5¢en

SGTTH

€52TH
2STTH
131443

6¥vcen

28€TH

08€TO
6.LETH
8LETY

SLETD
v.,€20
€LETH

ﬁFMNu
99€ey
S9€2D
%9€2D

29€TH
ToeTV
09€TY

9G€TO

TSETH
0G€TD

LYETD

vveen

6EETD

LEETD

SEETY

E€EETY
[43441

62ETH

€TETD
[4434.

8TETH

9T€TO

3

0%%2D

8eveNn
LevTN

[4374 14
125441

El4%41

LT%2D

[asz4/
1257414
0T¥%ZH
60%2H

¥0v2d

00%2D

96€CD

£6ETY

T6€CD
06€TN

L8€TN

i
+

¥8€cH

625CD

+

gzsen

L1920

v6%CH
e6¥ven
z6%en

06%2D
68%2D

€8¥2D
(455743

08%2d

LL%2D

€9%2D

0092V

0652V

28STD
® 718S2¢D
08s2n

8152

vosey
€952n
c9sen
1982V

85520

-

6%92D

952N
ia(4)

£¥52D

STV

8€STD

SESTD
vesey

£€892D

08920

€L92D

99920

%992

L¥92n
9%920

9€92n
S€92D

¥292d
€29TH

02920

8T9ZH

¥09zn
€£092D

9L.LTY
SLLTy
¥.LL2D
€LL20

F

S9.2V
voLev
€9.2D

T9.L2D

6.2y

152%4

€ELTY
CELTD

0€.LZD

H

€2.L2D
2TLTD

0z.L20

8T.LTH

60L2D
80.LZD

S0.L2Y

20.20n

002D

892N

O

R LDWIDE
PROTEIN DATA BANK

W



6GSJ

wwPDB X-ray Structure Validation Summary Report

Page 42

098eV

L5829

§582D
wm“wc
TS82V
0582V

L

9%829
S%82D
¥¥82H

8€8¢H
L€8TH
9€82N
SE8TY
€82
€€8CD

+

9z8ey

2T8eH
128V

61829

11829

882D

98.2n
§8.20

28.LTD

08.2D
6LLen
8LLeY

1682H

88820
882N
98820
S$882D

23S ribosomal RNA

€882V
2882V

9182
§.820

698D
8982V
L9829
9982n
$982n
798¢0

T982H

e Molecule 26

16%

39%

38%

<+
(=2}
(&

%
B

Chain 14

0.LD

89D
on

7oV

L

09D
630

79D

L

%D
i)

€¥D
15

6€D
8EV

9€D

€en

T€0
0gd
620

129
92D
sen

{449
LTD
STD

1234
ETV

6n
8V

7810
€510

TS1D
0ST1D

8¥%10

4%

VI%10

6ETD

€ETO

92TV

(245
114 %]
0z1n

8TTY

L
E

€0TV

660
869D

$6D

T6eY

8y

8LV
LLD

€LY

8€TD

secn
¥ecd
E€ETY

0€ZN

82TV

92TH
geey

(444
Teev

812y

91TV
STZH

115414

13244
0120

8020
Loey

£02D

102D

86710
LBTV

761D
€610
{41 %]

981D
981N

[4:14 4

6.1

¥.L10

CTL1D

2910

8820

€82V

6,20
8.2V

qELTN

H-

L

J€LTD

TLTD
orlen

L

A0.2D
boLzd
d0.2d
00.2n

WoLzn

£0L2D
HO0LZD
D0L2D
40.20

692N

992ZH

%920

16€D

i

i

28€D
T78€D
o0sen

9,80
SLeD

HE9EN

i

0€9ED

VEOEY

T9€D

v3eD

2S€D

6%€D

€EED

TEEY

SCeED

€2ED

€T€D

TTEY

60€D

€670
454
T6%D
98%0
08%V
6.7V

LYY

697D

89%D

7970

29%0

65¥0

85¥D

SG%D

€S%0
[4ci0]

057D

%470

9D

4424

SEVD
vevn
€EVD
8Thy
Tevn
ST9Y

(4544
119D

607D

i

So¥N

66€D

96€D

089D
6.SD

LLSD

TLSY

049D
693N

€99D

989D

[4cish)

8¥SY

¢vs0
LESD
€€9D

TeSY
T€90

S¢S0

€250
(44<p}

L1S0

759V

+

L%9D

EE9Y
TEY

0€9D

+
i

%290

229D

V819D

3
L

909N

709D

209D

269D
1690

90LY

L
fet

769N
€690
269D

689Y
839N

789D

789D

8190

.99

L9

899D
990

$990
7990

8590
590

Nys9v

43590

T8LY

0819

8L.LD

L

9L.LD

TLLD

69.D

1

99.D
YLV

091D

0 © N~
w0 w
BIB

%5.0

8v.LD

€7.LD

15725
8ELD
SELY
YELY

T€LD
0€LD

L
=

9TLd

6T.LD
8TLY

L

60.L0
80.LD
L0LD

8¥8D
Lv8n
9%80

0%80
6€8N

LE8D

SE8Y

€8N

T€8D

628V

144514

1

S18D
7180
eren
218D

608D
8089

9080

€080
208V

161D

S6.0

T6.LD
06.0

88LY

98L0

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6GSJ

Page 43

2160

060
9069

%060
€060

668Y

088D
6.8D
8.8Y

9180

€580

%960
€96n
2969

LSG6V
9669
SG60

2569
13960

8%6D
L6

F

8269

¥ced
€260
zeen

S160
7160

0S0TV

8¥0TV

9€0TD
SE0TN
7€0TD
€E0TN

6201V
8201V

9zoTn
G20TD

020tV
61010
810TD

L

€T0TD
21010

0T0TV
6001V
800TD
L00TD
900TD

001D
TOOTY
0007V

6660

1669

7660
€669

6869

08T1D
6LT1D

3
T

LLTTY

9.T1D

69TTD

99110

67110

v
0¥T1D
6ETTD
8ETTD
LETTD
9€TTD
SETTO
€ETIN
CETTY
TETTD
0ETTN

8CTTV

SCTTD

(4435

0zZT1d

9TT1D
STTTD

9921

coTTV

85CTD

i1l
€9CTY
(414 %)

0821D
67210

LyTTV

3
i

oveIn

8€TTD

9€TTD

0€TTD

92T
§2CID

(49

9121H

€1eTV

T02TD

66TTN
86TTN

S6TTD

T6TTD
06TTD
68TTV
88T1TN
L8T1D
98T1D

€8TTD
[4:194 4

TEETY
0EETD

€2ETN

0T€TD
60€TD
80€TY
LOETY

S6CTD

€621

LBETN

06€TN

88ETD
LBETD
98ETD

0LETD

89€TD

99ETY
S9ETY
Y9€TD

09ETY

8GETD

C¢SETN
TSETD
0GETD
6VETY

LYETD
9YETD

|

8EETD
LEETD
9EETY

E€EETO

TLYTV

L9%TD
99%1D
S9PTD
eidn)

0971V
6SYTD
85710

98%1D
98710
i

TS%10
0S¥

(G444
8¥¥1D

9YPID
SYPID

445

LEVTD

vevIV
eevIn
TEVTD
TevIn
0EVTD

8TV1ID
LTV

(445

6171V

€I71D

90¥10

7OV

00%TD

09GTD

LSSTO

SYSTV
Y9310

[4a1 %)

6ESTD
8ESTH

SESTN

€E€STD
CESTD

0ESTH

2esTo
12819

61STD

LTSGTD

STSTD

CISTH

OTSTY
60STO
80STV

S0STO

00STH
66710

L6710

€671

0671V

L8%TD
98¥TV

€8%1D
28vINn

62910
8291

S2910

[44°1%5]

CTI91D

L091D

S0970

70910
€091V

00971
66STD
863910
L6STV
96391V
S6STD
76910
€6S9TD

€8STV
28510
T8STD
08STV
BLSTY
81510
LLS1D

v.L910
€LSTD
CTLSTY

€9STD

L0LTD

€0LTD

S69TD

L

891D

SL910
7.L91D
€910

0L91D

8991V

99919

¢mm«<
T991D
09910

85910

TStV
TS91D

L

9€91D

LBL1D
96,70
S6LTD

68LTY
88LTD

9LLTD
SL.T0

ELLTY

TLLTD

69.LTD

¥9.L1D
€9.1D

F

7SLID
€GLTD
CSLID

8%.LT1D

LTLTD
9T.TINn

906TD
S06TO
061D
€06TD

888TD

L

8¥8TV

|

¥¥81D

6€8T1D

S€8TD

T€81D

STI8TV
[42:12 4
TI8THD
0T8TV

L08TD
90810

208TY

008TD

O

R LDWIDE
PROTEIN DATA BANK

W



6GSJ

wwPDB X-ray Structure Validation Summary Report

Page 44

T86TD

SL6TD
V.61
€L6TD
CTLBTY

L9610

SG96TD
961D

29610

6S96T1D
8S6TD

SS6TN

¢S6TV

6%61D

LV61D
9¥61Nn

€¥61N
[4741%)

7E6TD

TE6TN

9z6TN
ST6TD
Y2610

(44315
T26TD

-

6T6TYV

L1610

€161V

6502V
8502V
LS0TY

€502D
2S02D
TS02V

cyoey

6€02D

L€0TD

SE0TH

TE0CY
0€0TY
6202D
8202n

L
L

%202D

1

0zogy
6102V
8102D

91020

@ 7v10TY
€102V
102D

0T02ZD

S002Y

£002D
2002D

16610
06610

|

S86TD
%8610

6112V

9TT1ZH

€110

0TTZD

80720
L0T2D
9072ZH
S0T20
%012D
€0720
coten
10129
00TZH

mmmmu
18029
98020

%8020

2802V

6,020
8.020
L.L0TY
9,020

¥.L02n
€.02D

T.L02Y
0,029

8902N
902D

0902V

[4354]

0612ZH
68120
88120
812D
9812ZH
S8T20
%812

cLien

8912ZH

9912ZH

19120
0912D
6512

CS1TH
TSTCD

6%12D

97120

€%120

15414
(04249

LETTD
9ETTO

[42)541

0€TZN

cLzen

0.22H

Lsgen
99¢2D
SS2TH

2STTH
131443

L
1

PAZ44

sveen
j4%440

oveed
6E£2TD

1

443
€ecen
cegen

82TTH
Leeey

geeey
¥zeed

722D
912ZH

60220
8022N

90220

661CY

Leten
96120

veETH

ZEETN

0€ETD

€TETH

6TETH

STETH
v1€20

zreen
TTECY
0TETY

80€CTH

90€2D
S0€TY
Yoeed
mo“mu
962N
S6220
¥622d
€622
26220
rTecen

982CY

¥8¢¢D

8.LTTV

9.23TH

vLcey

80%2n

voved
€0¥2D

00%2D

06€2N

88€TY
L8gen
98€TD
S8ETO

€8€TH
28€ETH

6LETH
8.LETY
LLeTy
9.LeTV
SLETD

CLETD

L9€TD
99gTy
S9€TH
¥9ged

L5€2n

SSETD
Y3€TH

08€Td

TvETH

S.¥2d
2574

TL%2D

0.¥2D

89%2D
L9%2D

v9%2d
€9%2D

(174 )

98%2d

€shey

i

Ly¥ed
Eia%4)

€¥¥2D
(44749

8e¥ven
Leven
9€¥TH
SevTY
45741

(45744
TeVTN

L2%2d
la74
sTvey
4474

(44741

02%Cd

81TV
L1%2D
91¥2d
1574

[5743)
60%2D

S¥52D

€192
[q5:149)
1820
01820

8082
082D
90820
S0S82D

10520

66720

672D

{45741

06%2D
68%2D

18¥2D

18%2H

6.%CD

£1920

07920
60920
809ZH

90920

209ey

86GCY

9652n
9652

26STH

06S5TY
685CY

¥8szn
£852D

08520

PWAA |
9.82D
S.520
%.52D

TLSTY

6952D
89520

S6920
7692
£69CV

8920
9892H
S892D

18920
08920
6,92V

69929
89929
19920

0992V
6592D
85920

9592n
S§592D
73592V

259920
19920

679N
892D
Ly92n

6€9CY
8E9TH
LE9TN

SE€92D
¥€92D

0€92D

1

¥292H

22920

02920
61920

voLev
€9.2D

1929

6G.2D

[4Vké)

6v.L2Y
8v.L2Y

ov.Lan
S¥.L20
j42x4)

2¥.LT0

ovLey
6€.L2Nn

SELTD
veLTV
eeLey
CTELTD

F

SeLey

€TLTD

TecLev
oz.lzn
6T.LTD

ST.LTO

TT.LeY
012D

L0429
90129
S0.L2Y

€0.2D
c0.Lzn

L

00420

8692N
692D
9692n

6€82D
8€8CH
LEBTD
9€82N
SE8TY
v€82D
€€8CD

0€82H

€282V

L182H
9182
S1820

L0829

%0820
€082D
208D

16,20

76,20

98.L2n
S§8.20

28.LTH
T8.L2V
08.29

SLLTY
vLL2D
€L.2D

69.20

99,29
S9.TV

2882V

.82D

TL8TH
T.82D
04820

8982V

9982n
S982n

982D
T982H
0982V

1

5S ribosomal RNA

949820
982D

1982V
088eV
6¥820

Lv8en
9¥82D
S¥8TH
7¥82D

e Molecule 27

c¥8ed

O

R LDWIDE
PROTEIN DATA BANK

W



6GSJ

17%

38%

42%

wwPDB X-ray Structure Validation Summary Report

%
B

Page 45
Chain 16

oL
TLD

14

290
19D

o - < 0
u)lo-u')u')
o O oD

1571
ovn
B6EV

9€0
Sen
ven

3

0€d
62V

i

44

14

81D

110

S0

[49)

-
=)

SLD
7.0

7%

19%

i

39%

[} N~
N)-N)N)
(3] (Sl

36%

5S ribosomal RNA

%
B

e Molecule 27
Chain 1J

S90
790
€90
290
79D

85V

98D

il

w
<
.<I

ovn

sey
(4]
€D

12D

~ o
[SRT]

€TV

110

6D

70

ov

811D
LT1D

ST1D
v11D

(425

011D

S0TD
w01V

201D

001D

18D
[ esn |

508 ribosomal protein L2

08n

o
[
(SRS}

890

8%

24%

65%

21%

e Molecule 28

Chain 11

o mm =3
2R @D
= = <

®
893

S91

[4°2S

094

IIIIIIE;II%
= 53
IIiII.

g
3

<
o
=

o
N o =) 0 © ]
o Q ISl @
(200 a BX ©

0Tl

)
=

000000 o000
N0 o
IIIIII:=< II>-

5]
<

SOTI
910

7SI

"
H

eiance
SHIA

EYTH

TPTA

B
+

9€TI

TETT
0ETY
6CIN

¥C1d
E€CTV

1
L

6TV

80Td

® 90TI

€0TY
(4015’8

©
(o}
Im1

°
o S
o 0
<A

0
[5e)
[=]

€84

[474°
152448

Legd

9T

L1724

€124
(4543

8023

® 9021

v0CI

H

2¢6TL

2811
1874

LLTT

€LTA

7%

28%

63%

[
[
N
A~

508 ribosomal protein L2
34%

*

e Molecule 28

Chain 19

o1
€94

191

633

0
T}
==

3

Ny
Tl
"

it

o © O
0 0 (e Ry
- > S

Tex

o
1]
[55]

~ o
-
l-.>I

0000000
el
-
~

(453

0Tl

o0
[y
-

94

5]
<

E€VTH

e O0¥IL

LETd

@ SETd

® €EETT

0ETY

8CT1D

#®

3

Y0TA

7671
€6V
68S
98d

<
~
o

TLA
T.a
0LM
694

R LDWIDE

O
PROTEIN DATA BANK

W

erbDeBe



wwPDB X-ray Structure Validation Summary Report 6GSJ

Page 46

(444

® LIcH

L83
96d

TETV
0ETH

[ ] o @ [ ]
12%
[ ] [ ]
v<I|m < 0
Do LD W
o=

Y021 0SD (]
671

002a 6TTH

(kA §
TLCI
0L21
6924

@® LITW

00000000
37%
e o
© 0 0 w ©
B oA, B
[ ] [ ] [ ] ]

9928

vea SOTL
€en 70TA
€01d

681D €924

o
o
2%

0924

isfa 8

[re)
N
=

Tl
YLTI ]

51%

L
H

TCA
9910 9¥%2d

:
3

614

1
I

[ X X ) [ X ) [ ]
o000 ilil
508 ribosomal protein L3

20%

4448
2918

©
—
o~

LSTd

[t
-~
[

6ecd
(] 8€TD

7Y

TSTH CTLA

8¥1a LTTN

%1

e Molecule 29

) [ )
Chain 21

i4axt

508 ribosomal protein L3

e Molecule 29

21%

10%

N~ o 0 [ 0 o N [t
& re} 00 iSO K8l o ©
> 3] = = @A S

35%

51%

Chain 29

V.d

TLD
oLy
6934

[t
<
X

<
N
II>‘

cva

+

9€Yd

50S ribosomal protein L4

€EA
ced
€0

971l
® S¥Id

EVIN

e T¥II

(44X}

3

8TTY

eTTd
(435

LOTL

SOTL

€01d

T0TH

L1634

S61

T6A

680

98d
S8N

18I

6614

L6T1

® S6T1

68Td

78TA

€811
e 2811

08TN

vL1Q
ELTA

TL14

69TN

LOTA
99TL

7914

09TA
6STH

6714

e Molecule 30

19%

5%

35%

56%

Chain 31

290

LN
0
©
=

€94

® LSA

6%V
® 8¥l
L¥D

ki

(5200

ovd

£¢1

[
re) ©
Q ISR
a H =

€ca

Tey

o
N
=)

814
114
91D

€18
(43

e

€GTS

sv1a

(474938

LETH
9€TL

YETD

CETA
6214
Lgra
¥Z11
T0CZA
6114 00zd

66TM
L1774 ® 86TV

+
s

R LDWIDE

Ll
+

2611

L0731

S0TA

voTy 18TA
€071 [esir |
zotd sg1a

99TV

€9TA

1914
09TN

8GTL

O

PROTEIN DATA BANK

W



6GSJ

12%

42%

42%

wwPDB X-ray Structure Validation Summary Report

25%

508 ribosomal protein 1.4

e Molecule 30

Page 47
Chain 39

89)
SETH

99d YeTD €0zh
EETN 20Td

7oL ® €€l

I.
(X ]
©
<
=
>
i I

@ T91 e TEIX
0LA (474
€934

zou 66TM R 89d 6ETT 653

8TTV 86TV B i 8ETH x | 8sh

° 1213 1610 = o Letd N 18V

I 9671 9ETH 95V

» i 5 il i
o 953 e ©TIT 291

agn ol ezt | £6TA 19y €811 €91

[445t ® T611
654

61T oSy

o o
|
-I
-

I}
-
=

I.

e TSl [ ] 8874 »5d sg1d I
0ss 9TTa ® /8TA $2TS | SAT
® 6%V | 9811 | < [ | o L) 1874
| osmL ° s81Q % TTIN & 01 [ osrd
) ° | v8TA 0 0z11 ™ 6.1d
| | €8TA L 6T €91
ovd 81Ty (4%
| eem ° 1714 o
ggy LOTH 911a
9014 6,18 €91 aTTH
SOTA 8L1d [ | $ITT
| voTH Ly LEA €174
BEM €0TH 9LTT o 9gi L Tid 0LTY
g1 zo1d QLTL e Ged 1111
071 77 Yol o eI Loty 0
€LIA — e cgu 60TA — °
o 01 o | zed 80TN o °
.= TEA 1071 .= ° L ToTL
o lzd o g6 691N o oI [ | s °
| egy | $6d | gotH o €071 o e 6TM
szd o €6d 19TV = o szA ° bt e szA °
ozl ® t6d 99TV (o8 ooen 6.1d [oF e lun o
e £ea ] — ® 9T 00TM e 8.1d — 9zh °
® cav ° £97A < < e 66 | ] < °
4 ° 2911 = & 264 yL18 = > °
oI e 88\ ] Q < ° 16a €11 Q <
| .80 8T % ° ziTT %
814 989 LSTA ) Loav ) X 0z1
174 I [] — o0zI 0,14 =T |11
91D ° paTA = o 611 €61 | eotv = 81d
|18 e €84 €578 wn 814 897d wn | oud
$1d o 281 | [ | @) L1d Pgian O 9Ty
€18 e 18d 6v1a 0 e oty 991a LO 7N
o eIl o osv ® 8711 ..o aTA ® s8I .. v1d
o TIA ® 6.0 o — Fact | u8d ° — €13
e 01d ® 8.l ° o 14 98H €91V o o
[oer oI < . | e |8 <2 . o
80 ° = - TTA ) = >
1 ® GH £VTY [} <f [ | €84 ° O <f
PO Zvin < o ov o 81 <2 o
A o e L =} .= [ | 8% €974 =) . ®
i e M ovTT M < €1 ° M <
B .° e s 5
e 69H ° ° @) 111 6vIA ° O

9%

28%
RLDWIDE

O
PROTEIN DATA BANK

W

erbDeBe

50S ribosomal protein L6
57%

3%

e Molecule 32

Chain 51



wwPDB X-ray Structure Validation Summary Report 6GSJ

Page 48

(438

3

187

1

€84
[4:5)

9LA

ELY

694

SOH

€98
{428

—
©
=

094

180

1

€94
ZSA

0SA
SPA
e TWd

15701
ova

0
)
I>1

{4

L2

8d

e Molecule 32

SD
I

[ ]
n o~

69TA
891d

S9TY
2198

091X

8STH

95TV

13

8%TI
447N

6ETD

ceTH
TETA

82Td

92Td

508 ribosomal protein L6

vera

11458

STTA

LOTA
90TL

vo1a

T0TH

64X

6%

14%

42%

41%
38%

Chain 59

® E€%A
(4
TV

8€S
LEA

SEA

oex
62d

Lerd
9¢1d

66A
861
L64

S64

€69

169
063

)
I
>

[ o
N~ «©
o 12

[
©
~
=

3
.

e Molecule 33

TLT

© o
© Q
© :I

0
©
==}

@® 69TA

® L91d

€9TX
® 2911

® 0914
6STd

93TV

¥S1d
€STA
CSTH

® 8¥II

YT

50S ribosomal protein L9

TPIA
e O0%Id

€ETA
® <CJtld
TETA

11%

39%

46%

%
B

Chain 61

€8V

T8A

6.1
8LL
L1
9LL

E2]

0Ld
6931
891
794
7948

891
LS4

Sy
0
o

€SV

3

67V

LY1

O+
<
IH

oTd

8d

L

€A

W

SYIA
447

(47498
15745

8ETI
LETd
9ETA

CETd

0ETA

L2TA

€211
e
12458
0ZTI
611d

L1713

508 ribosomal protein L9

209!
€174

T11d

1

SOTH
7010

T0TT

664

G631

€61

881

S84

e Molecule 33

8%

40%

49%

[}
]
Iﬁl

Chain 69

8y
T8A

6.1
8.LL
LLT
9LL
SLT
YLN

LT
TLI

693
891

+

{41}

o
)
~

oMY © N~ ©
S d S
IIEd = II’J E II

8€T

0
]
)

Te€T

LTTA
SeTd
1745
€Tl

611d

2258
€TTY

LOTA

508 ribosomal protein L13

SOTH
010
T0TT

86V

€61

168

684

S84

e Molecule 34

29%

11%

5%

36%

R LDWIDE

48%

Chain 58

o
0
=

0Ssd

8¥I
LYV
YA

™wa
ovd
64
8€H

~
[}
r&

eel

I
o
IH

0€I

SR8
38 &

61d
® 81V

N o
—
=

®
~
IM.

w0
=

(2}

w_ 0

PROTEIN DATA BANK



Page 49 wwPDB X-ray Structure Validation Summary Report

6GSJ

©
~
Hl-‘

e Molecule 34: 508 ribosomal protein L.13
51%
Chain 15: 53% 34% 1w -

[
NS < W N~
~ 0 00 ©
o X oH e A

E88
R97
Vo8
L99
E100
M106
P111
L112
K118
L120

%II
5]

A47
M48

[ ] e o o000 LN J
o wn © 0 N OoO =N < v ©
~ o N AN NMmmm ™M M oM
s'.- I'szl;:;s:lzza
e Molecule 35: 50S ribosomal protein L14
16%
Chain 68: 73% 22% 5%
[ [ ] e o o [ ] ° [ ] (] [} o o X ) [}
o o _ o I ]
e 3 5
£ 2 g
e Molecule 35: 508 ribosomal protein L.14
62%
. L —
Chain 25: 62% 30% 8%
000000060000 OCGO 00000000000 0000 0000000000000 000OCG [ X X ) LN )

< © @ o o [T} 0 0 o
oNm S © N~ @ — - — el ® Mo F
=HOoa B> =] = < H = > = = H >

g RIS g Hi

e Molecule 36: 508 ribosomal protein L15
11%
Chain 78: 42% 45% e .

(] [ ]
®© o= o o= o ©
- g ® ISR s} 1o}
o X B X oneEa o (3]

3]
)
=<..IIIII.. II

A83
L106
F111

V19
K46
D47
R55
S56
T58
L59
R61
L62
P63



6GSJ

wwPDB X-ray Structure Validation Summary Report

Page 50

LETH e Tl [ | o L ° vty
I o T 323 o 9 ° 6€7E
e O e 5L o I
YETY I ° o Wik e 99I
€€TS . ° ° €.d . o sod 9ETY
[ ] . L9W SETT o o cui . e %9l
sTTA |99 A N |oma 01
STTA ® g9 €e1S 0.d 191D °
2451 . e 9N zeT ° 0BTV X 654 °
| & €9d [ | ° = | osad °
6113 — e 291 8TTH 194 LSH ® 08T
991 °

994
691 SCTA

694 7]

0
~
o
.o
oo
2383
2] =,
XX XY
°
-
°
H

HITL e ISL | 8sd €ETY I €CTH
£TTH ® 9SS ze1d o LSH [ |
ZITT o sy | tem S 0ETH €71 or
TTTH 539 0TTY m [ | 2 LTTY
0TTA | | B STTT L e T¥M | |
6019 ° PITT [ 7T o OTTL
8073 N ° €173 PR €ZTH M ° [ ]
20TH n e 034 ° QI [ | ° LOTY
9011 ps STTH o le1 ® 90TA
5011 oI ° E) vITY e sota
[ | e l¥a 607D [ ey €110 ° e ©0Td
T0TA ° e 8OTM €7l ZriE ° oI
0071 o ® .07 ° 1178 ° °
| 661 ° ° ° e 10T
861 N zvs © © e 001D
| ed — oI — 6ed — o 08D e 66d
961 — ° — [ | 90TA — | eed e 86
a 6e) zoTd o GEA | gotd a 8Ty ® l6A
5 oI TOTA = [ | e 0Td 5 o lth oI
) ® 0071 ) ® gk | EOTH ) I
064 o) 9e3 66T o) [ ] ® 207A o) o A
| esy bt o seH o 863 b eV 1074 = P o €6k
887 [oF | wep 16d [oF o 0015 [oF o € o 6D
| osa = ey | oesL = < o 66d = o o e T6H
98y zelL ® 6 ™ ° 863 <fR I °
[ | m < 1€V ° m \n ® l6A m =Y °
€81 o in ° Q 121 o o v ® 61 °
z8p 20 ' ° 164 K [ | @ oI P
o @) @)
| S © o6¥ S . 8T 3 o o 98
6.4 - m o = X 01 = 9TH e s8i
8.d I ° - R ° I | e
I wn wn o Wi ° wn o i
= ° =3 €10 ° = €10 °
LI 1O ° 0 e zib ° 0O e b °
p.a .. €8 .. T ° .. ° e o0g3
) © e g z8p b~ o. I~ ° e 6.1
2Ld o ] .I o o ° 81d
e 1A @ - 8d @ . 983t < ° o L
® oL = o) Y e 6.4 = 0 = Yo o e 9
I O ) 91 8.d ) 00 ° ) <t o 9 o su
° 9%TA < o sa ° < a ° < o . qu e ¥k
191 sv1d o 3 ° o = 7d ° o 3 ¥d €1d
| 99 ° e &H ° °
594 — = = ° sv1d = -~ o I o 6.1 = = oI
o o 8ETT ° @) o W ° o Wiz @ O o T e 8u ° @) 0Ld

9%

47%
E

R LDWID

O
PROTEIN DATA BANK

W

erbDeBe

43%
43%

e Molecule 38: 508 ribosomal protein L17

:
Chain 98:



Page 51 wwPDB X-ray Structure Validation Summary Report

6GSJ

00000 0000 00000 ® 000 0000000000 00 o o
0 © o ] < © I~ oy M © 0 O o ] < 0 © 0 o — ] 0 N~ o W
0 O~ - AEHINNN NN 00 oMo d S d SS T S IDWIL W0 WL WM WYL L ©
X 0o e (%] AR eEoc=EXn dd Oa BFHEFAMNSNMNBAROREAEIHTE A<M A
[ XX ] () ° o 00000000 e o o0 o
o W~ ® N @Yoo~
© N o ™ S w0 © I~ o N oo~ IO MY W © N~ Scoo©@oo i
© © @ O~ NENNKN QO QO @ OO D el ] i
= (== - - = £ [ - ~ LS = /Moo Ao < - ==

e Molecule 38: 50S ribosomal protein L17
22%
. S —— ——
Chain 55: 49% 36% 14%

V38
K42
L44

E115
V117

e Molecule 39: 50S ribosomal protein L18

19%
. -
Chain AS: 42% 46% 10% =
e o o o000 ° LN ]
o - T} ® @O iAo W @© o MO OOHN®YEN 00N ® I o = o
9% ® o - ogeaagag I @ noomd S dy oSSO0 IWLY B WL © ©© ©
— 1] /o -4 (=] = — = — <o HH A | B wn n = X oA = X m
[ X ] o o000 [ X ]
DO~ ©OOH N
0 © N~ -~ o < I~ o 0 0 o - 52} [fo) N~ 00 o o o — -~
© © Q NENS N @ ® RR PO RN DR D A o
=< A< < A > AR AKX T B> < @M S5 A

e Molecule 39: 508 ribosomal protein L18
14%
. h I
Chain 65: 34% 48% 16% -

[ N ] o0 e e °
oo ® 0O - ANm W @ oM o -
o < N~ 0 Nl — — N a g N 0 onmn © ©
@A £ N S~ P HXE e e = AN e S =
° o o
oo
N~ SO T W0ON00OHN®MTIDONONO - NI ®©N~ oMo O oo
© © SENSENNSERENEQODOO00R00RRDDD DBND o=
== EEi<pdXx<H< A0 HXOESRAEDA > DHOR> Jd<Eo
e Molecule 40: 50S ribosomal protein L19
17%
. B
Chain B8: 41% 40% 2% - 1%
) [ ] o 00 [ ] [ ] o000
o o N~ < © o 0 o o M 0 o m S ©0 N~ N
M N~ — ~ L=l o N 0 m o < < <+ & 0 0w [TolTe) ©
==& 0 HXHAS>ME®n e > [SN=} A A >0 Z@ e e o H > HE RSO R =3
[ ] [ ] ® [ ] o @ [ X ] 00 o [ ]
o W © N~ © w0 ®O o =3 <+
0 O~ o O - < W0 © N~ 0 o - < 0 © o o o o - - AN N 3] 2]
N~~~ N 00 0 0 0 00 0 0 0 [ e a9 9 ~ i o — o — - — —
HEAHdTZnAAdHOXHAHP>O®RO @< s = An A & mKEm on = =



wwPDB X-ray Structure Validation Summary Report 6GSJ

Page 52

e Molecule 40: 508 ribosomal protein L.19

2oL

1G4
98D
SN

10%

2SI
TS

671

1

Svd

it

40%

64

9€d

eex

[

o=
® im0
= >

8CA

92a

123

611

45%

LTL

STA

25%

Chain 75:

e Molecule 41: 50S ribosomal protein L20

9%

27%

59%

8%
L

Chain C8:

L]
S84

N
—
~

o
m_ -
wn 0 -~
¥ > =

[43%:

8074

9014
SOTA

e Molecule 41: 508 ribosomal protein 120

881

8%

42%

48%

22%

Chain 85:

0.4
01

8YV

b

6€T

©
®
=

[
™
9

e 021

) 8A

2 s-glg 8':3 s
e Molecule 42: 508 ribosomal protein L21

)
i

(X J
[
~

TL0

8%

36%

55%

10%

Chain DS:

t

T84

9L

b

693

S9D

8GA

® SSV

€94
2SA

0Sd

® 9%A

0¥l

961
S671
761

[4:hn
T64

e Molecule 42: 508 ribosomal protein L21

680
884

O

R LDWIDE
PROTEIN DATA BANK

W



Page 53 wwPDB X-ray Structure Validation Summary Report

6GSJ

10%

Chain 95: 58% 29% 2% -
[ ) [ ] [ N ] o0 e N ]
o o oo o o 0 DO w oo NElo ~ [ < [ o < w0 [}
(3] © 8
2 2 =
e Molecule 43: 50S ribosomal protein L22
24%
. - —
Chain ES8: 66% 25% 6%
[ X ] () [ ) [ ) [ ) (] [ ) 000000000 0O0CO
-] -9 = = - ~ > ~ = < == = - = &) = ~ [ -V

o000 00 °
o 0 ©
o o
< AHH

e Molecule 43: 508 ribosomal protein .22

48%
. == o
Chain Ab5: 63% 31% -

o < w o
] vl
(2 =
®© 00000000 o o
o] © =
o [ o]
< = =3

e Molecule 44: 508 ribosomal protein 123
19%
Chain Fg: T 66% 28% 5% -

o0 oo o
SN OB~ ¢ W o o ol B © o < s o
b R IR a8 ERTITIe B3TET
AB A WO X > EOXBEA = mB > g &

© N o o 1~ ~ DO 0 OO -
o NN Qo ) 0 © © Q O K~
£ Ad X =} ] @A

s

186

P87
T100
1106 ®
G108 @
H111

R68
E.

Vg1 @

Q82

V83

Q87

L95

e Molecule 44: 50S ribosomal protein 123

23%
Chain B5: 63% 28% T

e o [ (] o0 oo
© ) o o < © - ©
= o0 Ny w W w © N~ N~
=Rl X > = P (2] ]

V30
H31
139
Va3
V59



wwPDB X-ray Structure Validation Summary Report 6GSJ

Page 54

261

064

€8A
z8d

081

e Molecule 45: 508 ribosomal protein 124

8.4

12%

9%

33%

45%

4%

Chain GS8: -

784
€81

69V

1971

99V
94
€94

191

96d
SSGA

TSA

| osy

671

8y

|

£YN

ThA

%9

0vd

LEA

|

peN

|

181

ogA

[t

82y

L2A

| | €019

CLEI )

| | TOTY
63 ooty

| | 660
9H 861

Loan 164

2 96T
L G631

e Molecule 45: 50S ribosomal protein .24

36%

53%

15%

28%

Chain Cb:

9EV

~ o
NN
l>=<[‘"-

0000000000000 00
o <
a N
~ >

®
o
I
II>'

00
—
(&

A
4

Q
o

—
~
£

SOV
%94

e Molecule 46: 50S ribosomal protein L25

X

~

—

.

X

—

—

N

<

m

N

n

m
R
n
o

mm

=

o=

o]

mmw

69L

197

3

8SGA

YSH

TSV

674

LYA

' w0 ©
< &
I“":'x

e 1%l

B6EA

9€N

e o o

Q

®
-z'

21

i

S1d

[ ] [ ] °
N-I-D N~ 0O
[AR] - ERES
Q
=

-
=

TeTd
0€Td

® 9CIA
® S211
%211

[4qx:s
@ TCIH

9TTA

435
® €ITV
(431

011D

80Td

€0TH
® 2011
10Td

o000
[ )
o @ %
= II::

3

64

16T

o)

0

27
o000

S8H
ved
£8d

3

e 6.4

® 0.1

® O0.1L

e lond
e 991s
e SoTA
ol otV |
e €911
e 2o1d
e T9TA

LSTT

SGT1
751

o000 00
o)
<
-~
0

[
& 1 ©
A
-
A

eV
(445

0v1a
6ETA

® €€TI
CEIN

e Molecule 46: 508 ribosomal protein 125

. 14%

11%

38%

41%

35%

Chain D5:

998
590

29d
19T

8GA

~
0
=t

YSH

674

N ©
& <
I>h

sva

<
<
1=

1

6EA
8EA

0EN

® LtA

D E

O

R L DWI
PROTEIN DATA BANK

W



Page 55 wwPDB X-ray Structure Validation Summary Report

6GSJ

o000 000000 (] (] (] 00
= oSO O ) ®© - 0O~ ©
N o o ® 0o < 0 © S oo oM < — IS IS SRS
N~ ® 0 ® © & [ S S E e oo — = = o el
=4 oom [ 0 oA > AR ER>T > © (=4 B B x>

LX) [ ] ® 00 00000000 ® 000000000000
o N m O~ o S w0 = WO~ ©O®O =N MW © @S o
@@ 0En o <& &< < 0w WD VO © OO YOO © S~ i~
b = - - Al i -~ = i o e o i — — i
A=A A [CRE E] 0nA s < AMAL A BERA<> = <=> M

e Molecule 47: 508 ribosomal protein L27

20%
. L ]
Chain I8: 49% 35% 6% 9%
[ N ] ) [ ] [ ) [ )
o, |2 -9 = = a m =] =] ~ -
[ X ] [ )
==} ~ P}
e Molecule 47: 50S ribosomal protein L27
35%
. e — ——
Chain E5: 56% 25% 8%  11%

o
@ -
[ XX ]
<+ o
~ ~
~ =

e Molecule 48: 508 ribosomal protein 128
40%
Chain J8: 50% 37% B 7

D15
K19
E27
V51
L62

L )
S omo o ® o o
Lo} & S w© 0 0 ©
- XX = (2] 9

o @ (] [ )
aog™n g g 3 S g T M B B mS
m x> H i o i H mom = g u>> 2 3 g E E g % ;

e Molecule 48: 50S ribosomal protein L28
41%
. S e
Chain F5: 49% 36% 10% - -

L N ) o
[S=] (] QNN 0 < s ®© N 3
o @ < & QB W © <o
H ® o > aE< @AH = B



Page 56 wwPDB X-ray Structure Validation Summary Report 6GSJ

[ ] [ X ] (]
O - NM I © O OHN® YW ON 0D o
e NS N 0060 0 0 0w N 0 @ 6
S SR CAMARS dJnA XA e

e Molecule 49: 508 ribosomal protein 129

12%
Chain KS8: 40% 36% 12% 6% 6%
[ X ] [ ] [ ) [ ] [ ) [ ) [ )
[ )
(2]
g.
e Molecule 49: 508 ribosomal protein 129
6%
. . - T —_—_———
Chain Gb5: 40% 39% 14% -
[ ] [ ] [ ] [ ]
o N M N~ oo [ wn o Mo N 0 o < © (o) © N [ w0 N~
SRR~ R R = (e aa 3 g8 & D823 SRSEEE S8R SRS

e Molecule 50: 50S ribosomal protein L30

12%
. I e
Chain LS8: 67% 23% 7% .
e oo o o (] [ ]
e Molecule 50: 508 ribosomal protein L30
47%
Chain H5: 60% 32% 5% -

00000000 000000 o 00000 ° e o _o00000
o © < =} N < © oo < s o N <
oL or® -~ - 5] 3] o0 o0 o0 o9 o 10 1910 19 1O
AES X A =) a B o =4 = 5N a He > == A

e Molecule 51: 50S ribosomal protein L31

11%
. h
Chain MS: 31% 34% 15% . 15%

° ° () ° o
| _o+am< oo I — < ~ 0 o < ® o BN~ 0 © N
N wn o - — — - o N N N o0 0 M < < w ©
= Ho Az a< e (SN 2 (28 - I¥ 5] X O A > ES =

e Molecule 52: 508 ribosomal protein 132

20%
Chain N&: 40% 30% 10% 20%

M1

122
I31
Y32
V35

se6 ®




Page 57 wwPDB X-ray Structure Validation Summary Report

6GSJ

000000 [ ] (X ] (]
e Molecule 52: 508 ribosomal protein 132
35%
. I
Chain J5: 50% 35% 8% 7%
0000000000 (] o000

R15
K37

©
—
<

D17

o
" N~ 0o
£ AN M X

e Molecule 53: 508 ribosomal protein L34

14%
. -
Chain PS8: 55% 41% -

e o o [} e e
| <+ B © o

p=} + WO~ 00 - = NN-R-g-:’.‘)-B-g-g$ g

= HEZEoa =/ X BT 2EH O > @ M = BAE>

e Molecule 53: 508 ribosomal protein L34
67%
Chain L5: 67% 31% N

e - N [Te}
A & Mo

R12

B

e Molecule 54: 50S ribosomal protein L35

28%

R41
T43
P44

3 T ————
Chain Q8: 37% 51% 6% 5% -

Vi4
T27
K44
P53

[ ] o oo o
N M o W o © N~ o m [ ) w0

N m g o N o] SRS Rs] 0o D © © © O ®©

NeTREER X o S Xonn m f2gire i s vl

e Molecule 54: 50S ribosomal protein L35

-
0 0
< X

54%
. s ———
Chain Mb5: 51% 35% 11% ..
0000000 000000 [ ) [ ) [ ] 0000 [ X ]

K11
K12
vi4
K15
Q35
K36
S37

A51

K52

P53

E54

AB5
_
_°

K59

L60

L61

A s R

e Molecule 55: tRNAThr
4%
Chain 3L: - 26% 32% 28% 9% . 5%

e e [}
=) ~ 0 O~ o
5 - I3 0@ o Irs}
> <) (3] S B < S
© I~ ©
© © ~
S < <

A23
G24
C29
C30
C31
G39
G40
A44
G45
C56

U68
A70
G71

~
)
3



Page 58 wwPDB X-ray Structure Validation Summary Report 6GSJ

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 209.41A 449.24A 618.40A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 224.62 - 2.96 Depositor
Resolution (A) 30020 — 2.96 EDS
% Data completeness 100.0 (224.62-2.96) Depositor
(in resolution range) 94.4 (309.20-2.96) EDS
Rinerge 0.29 Depositor
Reym (Not available) Depositor
<I/o(I)>" 0.76 (at 2.96A) Xtriage
Refinement program PHENIX 1.12 2829 Depositor
R R 0.196 , 0.252 Depositor
7 Phfree 0.196 , 0.252 DCC
Rree test set 2000 reflections (0.17%) wwPDB-VP
Wilson B-factor (A?) 82.0 Xtriage
Anisotropy 0.292 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.26 , 59.2 EDS
L-test for twinning? <I|L| > =048 < L?>=1030| Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.89 EDS
Total number of atoms 294252 wwPDB-VP
Average B, all atoms (A?) 97.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.41% of the height of the origin peak. No significant pseudotranslation is detected.

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

WO RLDWIDE

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#data_stats

Page 59 wwPDB X-ray Structure Validation Summary Report 6GSJ

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: H2U,
SF4, PSU, MG, TMG, ZN, 5MU, AET, 4SU, OMC

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

. Bond lengths Bond angles

Mol | Chain | py/q7 47| >5 RMSZ 4 Z| >5

1 13 0.73 2/36095 (0.0%) 1.34 310/56332 (0.6%)

1 1G 0.66 4/35850 (0.0%) 1.24 189/55949 (0.3%)

2 12 0.46 0/1727 0.62 1/2326 (0.0%)

2 1E 0.42 0/1908 0.63 1/2573 (0.0%)

3 22 0.43 0/1569 0.62 1/2116 (0.0%)

3 2E 0.44 0/1629 0.62 1/2195 (0.0%)

4 32 0.45 0/1728 0.62 0/2313

4 3E 0.47 0/1728 0.65 0/2313

5 42 0.44 0/1156 0.61 0/1557

5 4K 0.45 0/1158 0.63 0/1559

6 52 0.44 0/855 0.58 0/1154

6 5E 0.46 0/850 0.61 0/1147

7 62 0.41 0/1122 0.57 0/1500

7 6E 0.44 0/1259 0.56 0/1686

8 72 0.38 0/1127 0.59 0/1517

8 7E 0.41 0/1135 0.65 1/1527 (0.1%)

9 82 0.42 0/971 0.63 0/1304

9 S8E 0.44 0/1019 0.65 1/1367 (0.1%)

10 1A 0.41 0/814 0.56 0/1095

10 11 0.45 0/762 0.66 1/1027 (0.1%)

11 2A 0.39 0/850 0.59 0/1150

11 21 0.45 0/838 0.65 0/1133

12 3A 0.46 0/972 0.71 0/1301

12 31 0.60 0/972 0.79 1/1301 (0.1%)

13 4A 0.43 0/889 0.66 0/1192

13 41 0.52 0/952 0.64 0/1277

14 5A 0.45 0/495 0.66 0/657

14 5l 0.47 0/500 0.73 1/664 (0.2%)

15 6A 0.40 0/740 0.54 0/987

15 61 0.44 0/740 0.59 0/987

16 TA 0.45 0/721 0.64 0/970

16 71 0.44 0/716 0.67 0/963
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. Bond lengths Bond angles

Mol | Chain | 5\ 1q7 #|Z] >5 RMSZ #|Z| >5
17 8A 0.47 0/836 0.59 0/1117
17 8I 0.46 0/847 0.65 0/1131
18 9A 0.46 0/559 0.68 1/746 (0.1%)
18 91 0.44 0/554 0.61 0/739
19 AA 0.53 0/520 0.78 0/700
19 Al 0.45 0/680 0.70 0/915
20 BA 0.39 0/781 0.58 0/1033
20 BI 0.39 0/748 0.59 0/986
21 1B 0.35 0/192 0.57 0/252
21 1F 0.41 0/203 0.63 0/266
22 1K 0.77 1/1675 (0.1%) 1.36 20/2608 (0.8%)
22 1L 0.71 0/1675 1.23 9/2608 (0.3%)
23 2K 0.77 1/1721 (0.1%) 1.37 16/2682 (0.6%)
23 2L 0.69 0/1721 1.30 10/2682 (0.4%)
24 3K 0.72 1/1716 (0.1%) 1.32 20/2668 (0.7%)
25 4K 0.88 0/440 1.28 2/684 (0.3%)
25 AL 0.84 0/341 1.57 9/529 (1.7%)
26 14 0.87 52/67828 (0.1%) 1.53 | 1188/105880 (1.1%)
26 1H 1.01 119/68741 (0.2%) 1.69 | 1859/107295 (1.7%)
27 16 0.77 0/2928 1.53 51/4568 (1.1%)
27 1J 0.73 1/2928 (0.0%) 1.44 41/4568 (0.9%)
28 11 0.63 0/2170 0.83 2/2926 (0.1%)
28 19 0.61 0/2175 0.82 2/2933 (0.1%)
29 21 0.55 0/1589 0.84 1/2145 (0.0%)
29 29 0.54 1/1596 (0.1%) 0.78 1/2153 (0.0%)
30 31 0.62 1/1620 (0.1%) 0.80 4/2194 (0.2%)
30 39 0.52 1/1637 (0.1%) 0.74 0/2218
31 41 0.50 1/1481 (0.1%) 0.73 1/1994 (0.1%)
31 49 0.45 0/1483 0.67 0/1997
32 51 0.50 0/1354 0.82 4/1833 (0.2%)
32 59 0.48 0/1320 0.70 1/1787 (0.1%)
33 61 0.44 0/1146 0.71 2/1551 (0.1%)
33 69 0.42 0/1146 0.65 0/1551
34 15 0.44 0/1123 0.66 0/1515
34 58 0.49 0/1017 0.78 2/1369 (0.1%)
35 25 0.49 0/942 0.70 1/1269 (0.1%)
35 68 0.54 0/942 0.71 0/1269
36 35 0.53 0/1139 0.86 3/1514 (0.2%)
36 78 0.58 0/1144 0.98 5/1521 (0.3%)
37 45 0.50 0/1120 0.78 0/1498
37 88 0.62 0/1138 0.85 0/1523
38 55 0.49 0/981 0.79 0/1312
38 98 0.48 0/981 0.78 1/1312 (0.1%)
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
39 65 0.47 0/886 0.74 1/1180 (0.1%)
39 A8 0.54 0/891 0.83 2/1187 (0.2%)
40 75 0.51 0/1178 0.73 1/1573 (0.1%)
40 B8 0.54 0/1142 0.75 1/1526 (0.1%)
41 85 0.51 0/977 0.68 0/1301

41 C8 0.57 0/968 0.76 1/1289 (0.1%)
42 95 0.47 0/781 0.77 0/1048

42 D8 0.52 0/785 0.77 1/1052 (0.1%)
43 Ab 0.53 0/897 0.73 0/1204

43 ES8 0.58 0/886 0.71 0/1189

44 B5 0.57 0/749 0.71 0/1007

44 F8 0.61 0/764 0.83 1/1025 (0.1%)
45 Ch 0.56 0/401 0.74 0/535

45 G8 0.60 0/745 0.84 2/993 (0.2%)
46 D5 0.45 0/1443 0.70 2/1960 (0.1%)
46 HS8 0.46 0/1395 0.80 2/1890 (0.1%)
47 E5 0.54 0/611 0.76 0/814

47 I8 0.68 1/619 (0.2%) 0.82 2/825 (0.2%)
48 F5 0.58 0/744 0.82 0/989

48 J8 0.66 0/754 0.92 3/1003 (0.3%)
49 G5 0.54 0/578 0.70 0/766

49 K8 0.63 0/577 0.93 2/763 (0.3%)
50 H5 0.46 0/464 0.63 0/623

50 L8 0.55 0/464 0.69 0/623

51 M8 0.56 0/485 0.77 0/652

52 Jb 0.61 0/448 0.86 1/606 (0.2%)
52 N8 0.61 0/381 0.81 0/516

53 L5 0.55 0/414 0.73 0/547

53 P8 0.72 0/409 0.87 0/540

o4 Mb 0.62 0/524 0.88 1/691 (0.1%)
o4 Q8 0.61 0/524 0.95 1/691 (0.1%)
55 3L 0.73 0/1672 1.37 22/2600 (0.8%)
All All 0.77 | 186/315281 (0.1%) | 1.34 | 3810/472388 (0.8%)

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
2 12 0 6
2 1E 0 3

Continued on next page...
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Mol | Chain | #Chirality outliers | #Planarity outliers
3 22 0 2
4 32 0 2
5 4K 0 1
9 82 0 1
9 SE 0 2
10 1A 0 1
11 21 0 3
12 3A 0 1
12 31 0 3
13 4A 0 4
13 41 0 2
14 5A 0 3
16 TA 0 1
19 AA 0 7
20 BA 0 3
20 BI 0 1
28 11 0 4
28 19 0 2
29 21 0 6
29 29 0 6
30 31 0 3
30 39 0 5
31 49 0 2
32 51 0 4
32 59 0 2
33 61 0 5
33 69 0 3
34 58 0 2
36 35 0 3
36 78 0 5
37 45 0 5
37 88 0 2
38 98 0 1
39 65 0 1
39 A8 0 1
40 75 0 2
40 B8 0 3
41 85 0 2
41 C8 0 4
42 95 0 2
42 D8 0 2
44 B5 0 1

Continued on next page...
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Mol | Chain | #Chirality outliers | #Planarity outliers
45 G8 0 3
46 D5 0 6
46 HS8 0 5
48 F5 0 4
48 J8 0 3
49 G5 0 4
49 K8 0 4
51 M8 0 4
54 Mb 0 3
o4 Q8 0 3
All All 0 163

The worst 5 of 186 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
26 1H e A N9-C4 | -13.04 1.30 1.37
26 1H 676 A N9-C4 | -11.33 1.31 1.37
26 1H 2430 A N9-C4 | -10.69 1.31 1.37
26 1H 945 A N9-C4 | -10.48 1.31 1.37
26 1H 783 A N9-C4 | -10.03 1.31 1.37

The worst 5 of 3810 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
26 1H 1899 G N3-C4-N9 | -22.84 112.30 126.00
26 1H 2430 A N1-C6-N6 | 20.05 130.63 118.60
26 1H 2430 A C2-N3-C4 | -19.74 100.73 110.60
26 1H 783 A C2-N3-C4 | -18.96 101.12 110.60
26 1H 676 A C2-N3-C4 | -18.87 101.17 110.60

There are no chirality outliers.
5 of 163 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
2 1E 11 | LEU | Peptide
2 1E 15 | VAL | Peptide
2 1E 237 | ALA | Peptide
5 4E 114 | GLY | Peptide
9 SE 4 TYR | Peptide

gPDEB



Page 64 wwPDB X-ray Structure Validation Summary Report 6GSJ

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 13 32246 0 16276 648 0
1 1G 32028 0 16165 605 0
2 12 1696 0 1730 102 0
2 1E 1874 0 1926 85 0
3 22 1546 0 1608 79 0
3 2E 1605 0 1668 37 0
4 32 1698 0 1761 87 1
4 3E 1698 0 1760 71 0
) 42 1141 0 1199 58 0
) 4E 1142 0 1204 34 0
6 o2 842 0 857 18 0
6 oK 837 0 852 19 1
7 62 1110 0 1163 51 0
7 6E 1242 0 1286 41 0
8 72 1107 0 1165 37 0
8 7E 1115 0 1177 46 0
9 82 953 0 983 56 0
9 SE 1000 0 1031 58 0

10 1A 801 0 849 o1 0
10 11 749 0 767 45 0
11 2A 835 0 847 29 0
11 21 823 0 832 30 0
12 3A 956 0 1046 32 0
12 31 956 0 1046 33 0
13 4A 879 0 935 48 0
13 41 942 0 997 56 0
14 bA 486 0 526 22 0
14 ol 491 0 529 27 0
15 6A 729 0 768 12 0
15 61 729 0 768 28 0
16 TA 705 0 725 19 0
16 71 700 0 720 28 0
17 8A 823 0 891 32 0
17 81 834 0 904 33 0
18 9A 554 0 609 15 0
18 91 549 0 607 25 0
19 AA 510 0 207 33 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
19 Al 665 0 686 36 0
20 BA 778 0 863 26 0
20 BI 746 0 843 46 0
21 1B 188 0 195 14 0
21 1F 199 0 208 8 0
22 1K 1593 0 813 50 0
22 1L 1593 0 813 48 0
23 2K 1646 0 844 19 0
23 2L 1646 0 842 31 0
24 3K 1537 0 779 46 0
25 4K 391 0 197 7 0
25 4L 303 0 154 15 0
26 14 60561 0 30527 996 0
26 1H 61381 0 30944 1089 0
27 16 2617 0 1328 45 0
27 1J 2617 0 1328 68 0
28 11 2120 0 2197 o8 0
28 19 2125 0 2199 67 0
29 21 1556 0 1612 74 0
29 29 1563 0 1629 82 0
30 31 1585 0 1632 70 0
30 39 1602 0 1649 84 0
31 41 1457 0 1514 64 0
31 49 1459 0 1507 o4 0
32 51 1328 0 1396 46 0
32 29 1295 0 1366 78 0
33 61 1131 0 1218 49 0
33 69 1131 0 1218 46 0
34 15 1096 0 1168 51 0
34 o8 995 0 1077 36 0
35 25 932 0 996 32 0
35 68 932 0 996 21 0
36 35 1122 0 1206 71 0
36 78 1127 0 1208 64 0
37 45 1099 0 1154 67 0
37 88 1117 0 1168 51 0
38 25 967 0 1033 45 0
38 98 967 0 1033 41 0
39 65 876 0 938 71 0
39 A8 881 0 943 43 0
40 75 1164 0 1221 59 0
40 B8 1128 0 1183 o7 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
41 85 959 0 1019 61 0
41 C8 950 0 1011 43 0
42 95 770 0 838 32 0
42 D8 e 0 849 29 0
43 A5 886 0 948 23 0
43 ES8 876 0 941 24 0
44 Bb5 735 0 785 19 0
44 F'8 750 0 814 20 0
45 Ch 396 0 444 18 0
45 G8 734 0 821 38 0
46 D5 1411 0 1436 71 0
46 HS8 1365 0 1391 61 0
47 E5 603 0 620 22 0
47 I8 611 0 631 26 0
48 F5 737 0 813 32 0
48 J8 47 0 817 35 0
49 G5 o976 0 625 31 0
49 K8 975 0 634 33 0
50 H5 459 0 012 18 0
50 L8 459 0 012 9 0
51 M8 475 0 465 33 0
52 Jb 434 0 454 22 0
92 N8 369 0 388 23 0
93 L5 406 0 438 10 0
53 P8 401 0 436 10 0
o4 M5 516 0 082 22 0
54 Q8 516 0 082 37 0
95 3L 1538 0 781 38 0
o6 11 1 0 0 0 0
o6 13 205 0 0 0 0
o6 14 435 0 0 0 0
96 16 15 0 0 0 0
o6 19 1 0 0 0 0
o6 1B 1 0 0 0 0
o6 1G 155 0 0 0 0
o6 1H 622 0 0 0 0
56 1J 6 0 0 0 0
56 1K 1 0 0 0 0
o6 21 4 0 0 0 0
o6 25 1 0 0 0 0
o6 29 3 0 0 0 0
o6 2A 1 0 0 0 0

Continued on next page...



wwPDB X-ray Structure Validation Summary Report 6GSJ

Page 67

Continued from previous page...

n

Q

=

n

2]

—
F_U000000OOOOOOO00OOOOOOOOOOOOOOOOOOOOOOOOOOO
>

n

n

2
%0000000000000000000000000000011000@%001012
—

o

~~

!

<
Slololo|lo|lclclololo|lo|lo|lclcoloo|lo|lo|lcilcloloc|lo|o|lcloc|loo|lo|lo|lc|lolololo|lo|lo|lc|lolo|o
&

~~

]

[

°
m000000000000000000000000000000000000000000
g

1 e oo
n122231111211112221311122112118811133111112
= & (B

=

® | — = oo — | o — o — |00 |00 |12 |00 |— |00 <G |= |0 12 |00 |90 |0, | — | oo |o —
h2%2333%444%45@5678889%BBDEIPQ3£M5111111%@1
@)

p—
Olo|lo|lo|lvo|lvo|lo|o|lo|lo|lo|lvo|lo|lo|lo|lo|lo|lo|o|lo|lo|lo|o|lo|lo|lo|o|lo|lo|lo|~|~|lo|lo|lalaoloao|lao|lo|o|o|o
M555555555555555555555555555555555555555555

Continued on next page...

RLDWIDE

PROTEIN DATA BANK

w_ 0

erDe



wwPDB X-ray Structure Validation Summary Report 6GSJ

Page 68

Continued from previous page...

n
)
=
n
2]
—
F_U000000O000000O0OOOOOOOOOOOOOOOOOOOOOOOOOOO
>
n
n
2

<t
%%BlOOOOOOOOOOOOOOlO10000000100010000011000
=
o
~~
<
.
Slolc|lciclo|lclo|lo|lc|loc|lo|lolo|lc|lo|lolo|lolc|lo|lc|lo|lc|lo|lclo|lolo|lo|lc|lo|lc|lo|lo|lc|lo|lo|lo|o|o|e
o
~~
]
)
ge)
m000000000000000000000000000000000000000000
g
Tl s
m%03186267265211422234311116432123211132142
N —
=
« — — oo |[3 (= ||| — (o — — | |00 [— — 1o |oo — o) 10 <G |90 |00 (90 |12 |60 |00 |00 |3
hmm1M22223333%344@4“4555@677%7@9%BBDEGHIJLM
@)
]
el == = = = = = N e N = = = e = = = = = = = = = = = = = e = e = = = = = e = e = [ =
M555555555555555555555555555555555555555555

Continued on next page...

RLDWIDE

PROTEIN DATA BANK

w_ 0

erDe



Page 69

wwPDB X-ray Structure Validation Summary Report

6GSJ

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
29 P8 1 0 0 0 0
29 Q8 2 0 0 1 0
All All 294252 0 195096 6738 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 6738 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
26:1H:810:U:OP1 | 59:1H:3720:HOH:O 1.68 1.09
29:29:54:GLN:HA | 29:29:74:PRO:HA 1.35 1.08
26:14:1604:C:OP2 | 59:14:3509:HOH:O 1.71 1.07
37:45:27:VAL:HB | 37:45:28:ALA:HA 1.32 1.07
26:14:2113:U:H3’ 26:14:2114:A:H4’ 1.34 1.06

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)
6:5E:15:ASP:OD2 | 4:32:27:TYR:OH|4_555| 2.19 0.01

5.3 Torsion angles (i)
5.3.1 Protein backbone (i)

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

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 12 203/256 (79%) 161 (79%) | 41 (20%) 1 (0%) 29 64
2 | 1E 227/256 (89%) | 175 (77%) | 49 (22%) | 3 (1%) | |12] 41
3 22 193/239 (81%) 161 (83%) 31 (16%) 1 (0%) 29 64
3 2E 203/239 (85%) 181 (89%) 21 (10%) 1 (0%) 29 64

Continued on next page...


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone

Page 70

wwPDB X-ray Structure Validation Summary Report

6GSJ

Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
4 32 205/209 (98%) 186 (91%) | 19 (9%) 0 |
4 3E 205,/209 (98%) 175 (85%) | 29 (14%) | 1 (0%) 29 64
5 42 148/162 (91%) 136 (92%) | 12 (8%) 0
5 | 4B 147/162 (91%) | 140 (95%) | 7 (5%) 0 100 ] [ 100]
6 52 99/101 (98%) 93 (94%) 6 (6%) 0 |
6 | 5E 98/101 (97%) 01 (93%) | 7 (7%) 0 100 [100]
7 62 134/156 (86%) 127 (95%) 7 (5%) 0 |
7 | 6E 152/156 (97%) | 142 (93%) | 10 (7%) 0 100 [100]
8 72 135/138 (98%) 118 (87%) | 16 (12%) | 1 (1%)

8 7E 136,138 (99%) 123 (90%) | 11 (8%) 2 (2%) 38
9 82 119/128 (93%) 103 (87%) | 14 (12%) | 2 (2%) 34

9 SE 124/128 (97%) 102 (82%) | 22 (18%) 0 |
10 1A 97/105 (92%) 83 (86%) | 14 (14%) 0 |
10 11 92/105 (88%) 80 (87%) | 12 (13%) 0

11 2A 111/129 (86%) 96 (86%) | 14 (13%) | 1 (1%) 17| 51
11 21 109/129 (84%) 94 (86%) | 14 (13%) | 1 (1%) 17| 51
12 3A 120/132 (91%) 100 (83%) | 19 (16%) | 1 (1%) 19 53
12 31 120/132 (91%) 104 (87%) | 15 (12%) | 1 (1%)

13 4A 107/126 (85%) 84 (78%) | 17 (16%) | 6 (6%)

13 41 117/126 (93%) 86 (74%) | 26 (22%) | 5 (4%)

14 5A 57/61 (93%) 46 (81%) | 10 (18%) | 1 (2%)

14 51 58/61 (95%) 50 (86%) 5 (9%) 3 (5%)

15 6A 85/89 (96%) 82 (96%) 3 (4%) 0

15 61 85/89 (96%) 71 (84%) | 14 (16%) 0

16 7A 82/88 (93%) 74 (90%) 7 (8%) 1 (1%)

16 | T 81/88 (92%) 72 (89%) | 9 (11%) 0 (100 [100]
17 8A 97/105 (92%) 91 (94%) 6 (6%) 0 |
17 81 98,/105 (93%) 87 (89%) | 11 (11%) 0 |
18 | 9A 67/88 (76%) 65 (97%) | 2 (3%) 0 100 ] [ 100]
18 | o 66/88 (75%) 62 (94%) | 4 (6%) 0 100 [100]
19 | AA 59/93 (63%) 43 (73%) | 15 (25%) | 1 (2%) 34
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
19 Al 81/93 (87%) 67 (83%) | 13 (16%) | 1 (1%) 13 43
20 | BA 101/106 (95%) 83 (82%) | 17 (17%) | 1 (1%) 15| 48
20 BI 95,106 (90%) 84 (88%) | 11 (12%) 0
21 1B 20/27 (74%) 17 (85%) 2 (10%) 1 (5%)

21 1F 21/27 (78%) 19 (90%) 2 (10%) 0

28 11 271/276 (98%) 249 (92%) | 17 (6%) 5 (2%)

28 19 272/276 (99%) 235 (86%) | 36 (13%) | 1 (0%)

29 21 203/206 (98%) 159 (78%) | 39 (19%) | 5 (2%)

29 29 202,/206 (98%) 146 (72%) | 48 (24%) | 8 (4%)

30 31 200/210 (95%) 178 (89%) | 22 (11%) 0

30 39 202/210 (96%) 163 (81%) | 35 (17%) | 4 (2%)

31 41 177/182 (97%) 153 (86%) | 23 (13%) | 1 (1%)

31 49 178/182 (98%) 149 (84%) | 27 (15%) | 2 (1%)

32 51 172/180 (96%) 132 (77%) | 31 (18%) | 9 (5%)

32 59 167/180 (93%) 125 (75%) | 42 (25%) 0

33 61 143/148 (97%) 111 (78%) | 28 (20%) | 4 (3%)

33 69 143/148 (97%) 107 (75%) | 34 (24%) | 2 (1%)

34 15 135,/140 (96%) 118 (87%) | 16 (12%) | 1 (1%)

34 58 123/140 (88%) 109 (89%) | 13 (11%) | 1 (1%)

35 25 120/122 (98%) 110 (92%) | 10 (8%) 0

35 68 120/122 (98%) 112 (93%) 8 (7%) 0

36 35 145/150 (97%) 117 (81%) | 26 (18%) | 2 (1%)

36 78 146,150 (97%) 111 (76%) | 30 (20%) | 5 (3%)

37 45 136,141 (96%) 106 (78%) | 29 (21%) | 1 (1%)

37 88 139/141 (99%) 120 (86%) | 15 (11%) | 4 (3%)

38 55 116/118 (98%) 104 (90%) | 10 (9%) 2 (2%)

38 98 116/118 (98%) 102 (88%) | 14 (12%) 0 |
39 65 108/112 (96%) 84 (78%) | 23 (21%) | 1 (1%)

39 | A8 100/112 (97%) | 85 (78%) | 24 (22%) 0 (100 [100]
40 75 138/146 (94%) 120 (87%) | 16 (12%) | 2 (1%) 11) 39
40 BS 134,146 (92%) 112 (84%) | 21 (16%) | 1 (1%) 22| 56
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
41 |85 114/118 (97%) | 99 (87%) | 15 (13%) 0 100 [100]
41 C8 113/118 (96%) 97 (86%) 14 (12%) 2 (2%)
42 95 98/101 (97%) 79 (81%) 16 (16%) 3 (3%)
42 D8 98/101 (97%) 85 (87%) 13 (13%) 0
43 A5 109/113 (96%) 102 (94%) 7 (6%) 0
43 ES8 108/113 (96%) 100 (93%) 8 (7%) 0
44 Bb5 92/96 (96%) 77 (84%) 14 (15%) 1 (1%)
44 F8 93/96 (97%) 88 (95%) 5 (5%) 0
45 Ch 48 /110 (44%) 39 (81%) 8 (17%) 1 (2%)
45 G8 93/110 (84%) 64 (69%) 25 (27%) 4 (4%)
46 D5 175/206 (85%) 123 (70%) 45 (26%) 7 (4%)
46 HS8 168/206 (82%) 127 (76%) 35 (21%) 6 (4%)
47 E5 74/85 (87%) 64 (86%) 8 (11%) 2 (3%)
47 I8 75/85 (88%) 66 (88%) 9 (12%) 0
48 F5 92/98 (94%) 78 (85%) 12 (13%) 2 (2%)
48 J8 94/98 (96%) 79 (84%) 13 (14%) 2 (2%)
49 G5 67/72 (93%) 60 (90%) 6 (9%) 1 (2%)
49 K8 66/72 (92%) 58 (88%) 7 (11%) 1 (2%)
50 H5 56/60 (93%) 52 (93%) 4 (7%) 0
50 L8 56/60 (93%) 50 (89%) 6 (11%) 0
51 M8 56/71 (79%) 35 (62%) 19 (34%) 2 (4%)
52 Jb 54/60 (90%) 45 (83%) 9 (17%) 0
52 N8 46/60 (77%) 37 (80%) 9 (20%) 0
53 L5 46/49 (94%) 44 (96%) 2 (4%) 0
53 P8 45/49 (92%) 42 (93%) 2 (4%) 1 (2%)
o4 Mb 62/65 (95%) 54 (87%) 8 (13%) 0
54 Q8 62/65 (95%) 47 (76%) 12 (19%) 3 (5%)
All All 10929/11875 (92%) | 9262 (85%) | 1532 (14%) | 135 (1%)

5 of 135 Ramachandran outliers are listed below:

Mol

Chain

Res | Type

13

41

12 ASN

Continued on next page...
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Mol | Chain | Res | Type
28 11 239 ARG
33 61 134 PRO
34 58 96 GLU
36 78 36 LYS

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 12 179/220 (81%) 135 (75%) 44 (25%) 0ff2 |
2 1E 200/220 (91%) 152 (76%) 48 (24%) 0ff2
3 22 154/188 (82%) 120 (78%) 34 (22%) 1013
3 2K 159/188 (85%) 128 (80%) 31 (20%) 1§16
4 32 180/181 (99%) 152 (84%) 28 (16%) 24111
4 3E 180/181 (99%) 148 (82%) 32 (18%) 2118
5 42 114/123 (93%) 86 (75%) 28 (25%) 0ff2
D 4E 115/123 (94%) 95 (83%) 20 (17%) 2118
6 52 90/90 (100%) 76 (84%) 14 (16%) 24111
6 oE 90/90 (100%) 78 (87%) 12 (13%) 41115 B
7 62 114/127 (90%) 90 (79%) 24 (21%) 1114
7 6E 125/127 (98%) 103 (82%) 22 (18%) 2118
8 72 118/119 (99%) 95 (80%) 23 (20%) 1§16
8 7E 119/119 (100%) 95 (80%) 24 (20%) 1015
9 82 92/99 (93%) 69 (75%) 23 (25%) 0ff2
9 8E 97/99 (98%) 77 (79%) 20 (21%) 1114
10 1A 89/92 (97%) 69 (78%) 20 (22%) 1013
10 1I 81/92 (88%) 68 (84%) 13 (16%) 21110
11 2A 85/99 (86%) 72 (85%) 13 (15%) 20111
11 21 84/99 (85%) 68 (81%) 16 (19%) 1§16

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
12 3A 103/109 (94%) 75 (73%) 28 (27T%) |
12 31 103/109 (94%) 83 (81%) 20 (19%)
13 4A 90/101 (89%) 70 (78%) 20 (22%)
13 41 94/101 (93%) 72 (77%) 22 (23%)
14 5A 49/50 (98%) 31 (63%) 18 (37%)
14 51 49/50 (98%) 38 (78%) 11 (22%)
15 6A 79/80 (99%) 73 (92%) 6 (8%)
15 61 79/80 (99%) 64 (81%) 15 (19%)
16 TA 72/74 (97%) 63 (88%) 9 (12%)
16 71 72/74 (97%) 56 (78%) 16 (22%)
17 8A 94/97 (97%) 85 (90%) 9 (10%)
17 81 95/97 (98%) 77 (81%) 18 (19%)
18 9A 58/77 (75%) 42 (72%) 16 (28%)
18 91 58 /77 (75%) 52 (90%) 6 (10%)
19 AA 56,/80 (70%) 43 (77%) 13 (23%)
19 Al 72/80 (90%) 56 (78%) 16 (22%)
20 BA 76/82 (93%) 69 (91%) 7 (9%)
20 BI 75/82 (92%) 65 (87%) 10 (13%)
21 1B 17/22 (77%) 16 (94%) 1 (6%)
21 1F 18/22 (82%) 17 (94%) 1 (6%)
28 11 214/218 (98%) 172 (80%) 42 (20%)
28 19 214/218 (98%) 173 (81%) 41 (19%)
29 21 162/166 (98%) 132 (82%) 30 (18%)
29 29 165/166 (99%) 138 (84%) 27 (16%)
30 31 161/166 (97%) 131 (81%) 30 (19%)
30 39 163/166 (98%) 124 (76%) 39 (24%)
31 41 153/156 (98%) 121 (79%) 32 (21%)
31 49 152/156 (97%) 117 (77%) 35 (23%)
32 51 143/148 (97%) 120 (84%) 23 (16%)
32 59 140/148 (95%) 101 (72%) 39 (28%)
33 61 122/124 (98%) 91 (75%) 31 (25%)
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Mol | Chain Analysed Rotameric | Outliers
33 69 122/124 (98%) 95 (78%) 27 (22%)
34 15 116/119 (98%) 88 (76%) 28 (24%)
34 58 105/119 (88%) 83 (79%) 22 (21%)
35 25 100/100 (100%) 85 (85%) 15 (15%)
35 68 100/100 (100%) 88 (88%) 12 (12%)
36 35 114/116 (98%) 80 (70%) 34 (30%)
36 78 114/116 (98%) 77 (68%) 37 (32%)
37 45 109/111 (98%) 85 (78%) 24 (22%)
37 88 110/111 (99%) 96 (87%) 14 (13%)
38 55 101/101 (100%) 75 (74%) 26 (26%)
38 98 101/101 (100%) 74 (73%) 27 (27%)
39 65 87/88 (99%) 60 (69%) 27 (31%)
39 A8 87/88 (99%) 63 (72%) 24 (28%)
40 75 122/127 (96%) 95 (78%) 27 (22%)
40 B8 118/127 (93%) 82 (70%) 36 (30%)
41 85 93/94 (99%) 77 (83%) 16 (17%)
41 C8 92/94 (98%) 77 (84%) 15 (16%)
42 95 81/82 (99%) 64 (79%) 17 (21%)
42 D8 82/82 (100%) 62 (76%) 20 (24%)
43 A5 91/92 (99%) 74 (81%) 17 (19%)
43 ES8 90/92 (98%) 79 (88%) 11 (12%)
44 B5 74/78 (95%) 60 (81%) 14 (19%)
44 F8 77/78 (99%) 66 (86%) 11 (14%)
45 C5 43/91 (47%) 35 (81%) 8 (19%)
45 G8 79/91 (87%) 64 (81%) 15 (19%)
46 D5 156/179 (87%) 124 (80%) 32 (20%)
46 HS8 151/179 (84%) 108 (72%) 43 (28%)
47 E5 61/67 (91%) 51 (84%) 10 (16%)
47 I8 62/67 (92%) 55 (89%) 7 (11%)
48 F5 79/83 (95%) 62 (78%) 17 (22%)
48 J8 79/83 (95%) 64 (81%) 15 (19%)

Percentiles
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
49 G5 63/67 (94%) 45 (71%) 18 (29%) |
49 K8 64/67 (96%) 41 (64%) 23 (36%)

50 H5 50/52 (96%) 45 (90%) 5 (10%)
50 L8 50/52 (96%) 42 (84%) 8 (16%)
51 M8 52/63 (82%) 34 (65%) 18 (35%)
52 Jb 48/52 (92%) 37 (77%) 11 (23%)
52 N8 43/52 (83%) 32 (74%) 11 (26%)
53 L5 38/42 (90%) 34 (90%) 4 (10%)
53 P8 38/42 (90%) 32 (84%) 6 (16%)
54 M5 54/55 (98%) 42 (78%) 12 (22%)
54 Q8 54/55 (98%) 48 (89%) 6 (11%)
All All 9213/9831 (94%) | 7323 (80%) | 1890 (20%)

5 of 1890 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
52 N8 35 GLU
45 Ch 4 LYS

9 82 47 LEU
43 A5 100 THR
36 35 132 LYS

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes.

such sidechains are listed below:

Mol | Chain | Res | Type
29 29 54 GLN
41 85 94 ASN
49 G5 46 GLN
43 A5 60 ASN
49 K8 48 HIS

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 13 1499 /1522 (98%) 326 (21%) 36 (2%)
1 1G 1488/1522 (97%) 314 (21%) 31 (2%)

Continued on next page...
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Mol | Chain Analysed Backbone Outliers | Pucker Outliers
22 1K 72/76 (94%) 39 (54%) 5 (6%)
22 1L 71/76 (93%) 40 (56%) 1 (1%)
23 2K 76/77 (98%) 18 (23%) 1 (1%)
23 2L 76/77 (98%) 18 (23%) 3 (3%)
24 3K 69/76 (90%) 36 (52%) 2 (2%)
25 4K 17/27 (62%) 10 (58%) 3 (17%)
25 41, 14/27 (51%) 6 (42%) 3 (21%)
26 14 2805/2917 (96%) 630 (22%) 35 (1%)
26 1H 2841/2917 (97%) 579 (20%) 45 (1%)
27 16 121/122 (99%) 17 (14%) 1 (0%)
27 1J 121/122 (99%) 33 (27%) 1 (0%)
55 3L 69/76 (90%) 31 (44%) 3 (4%)
All All 9339/9634 (96%) 2097 (22%) 170 (1%)

5 of 2097 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 13 2 U
1 13 4 U
1 13 5 U
1 13 6 G
1 13 7 G

5 of 170 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
1 1G 1145 C
26 14 960 A
1 1G 1359 C
55 3L 58 A
26 14 1534 G

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

20 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.
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RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

Mol | Type | Chain | Res | Link | (P08 1L e S s
55 | PSU | 3L | 55 | 55 [182122] 1.21 | 2(11%) |22,30,33| 1.78 | 4 (18%)
23 | 45U | 2K 8 | 23 |1821,22] 1.81 | 3(16%) | 26,3033 | 2.93 | 8 (30%)
23 [oMC | 2L | 33 | 23 [192223] 171 | 3(15%) | 26,3134 | 051 0
22 [ 5MU | 1L | 54 | 22 [192223] 411 | 5 (26%) | 28,32,35| 3.23 | 10 (35%)
22 | PSU | 1K | 55 | 22 [182122] 1.31 | 2(11%) |22,30,33| 1.79 | 3 (13%)
55 | MU | 3L | 54 | 55 [192223] 3.91 | 5 (26%) | 28,32,35| 327 | 9 (32%)
23 | 7™MG | 2K | 47 | 23 [222627| 3.02 | 8(36%) | 29,3942 | 2.76 | 10 (34%)
23 | 7MG | 2L | 47 | 23 [222627] 299 | 7 (31%) |29,39.42 | 283 | 10 (34%)
23 | sMU | 2K | 55 | 23 [192223| 3.86 | 5(26%) | 28,3235 3.24 | 9 (32%)
22 | PSU | 1L | 55 | 22 [182122] 133 | 1(5%) |22,30,33| 1.75 | 5 (22%)
22 | H2U | 1K | 17 | 22 [182122] 227 | 4 (22%) |21,30,33 | 187 | 4 (19%)
22 | AET | 1K | 37 | 22 [283536]| 257 | 4 (14%) | 31,5154 | 210 | 4 (12%)
23 [oMC | 2K | 33 | 23 [192223] 1.82 | 3 (15%) | 2631,34| 1.24 | 5 (19%)
23 | 45U | 2L 8 | 23 182122 178 | 3(16%) | 26,30,33 | 239 | 7 (26%)
23 | PSU | 2K | 56 | 23 [182122] 125 | 1(5%) |22,30,33| 1.95 | 4 (18%)
22 | AET | 1L | 37 | 22 [283536| 255 | 4 (14%) | 315154 1.99 | 9 (29%)
22 | H2U | 1L | 17 | 22 [1821,22| 246 | 4 (22%) | 21,30,33 | 1.83 | 5 (23%)
22 [ 5MU | 1K | 54 | 22 [19,2223] 423 | 5 (26%) | 28,32,35 | 3.46 | 13 (46%)
23 | PSU | 2L | 56 | 23 [182122] 1.19 | 2 (11%) |22,30,33| 147 | 2 (9%)
23 | sMU | 2L | 55 | 23 [192223| 394 | 5(26%) | 28,3235 3.39 | 9 (32%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
55 PSU 3L 55 55 - 2/7/25/26 | 0/2/2/2
23 4SU 2K 8 23 - 2/7/25/26 | 0/2/2/2
23 | OMC 2L 33 23 - 0/9/27/28 | 0/2/2/2
22 | bBMU 1L 54 22 - 0/7/25/26 | 0/2/2/2
22 PSU 1K 55 22 2/7/25/26 | 0/2/2/2
55 | BMU 3L 54 55 - 2/7/25/26 | 0/2/2/2
23 | TMG 2K 47 23 - 2/7/37/38 | 0/3/3/3
23 | TMG 2L 47 23 - 0/7/37/38 | 0/3/3/3

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
23 | 5BMU 2K 55 23 - 0/7/25/26 | 0/2/2/2
22 PSU 1L 55 22 - 2/7/25/26 | 0/2/2/2
22 H2U 1K 17 22 - 4/7/38/39 | 0/2/2/2
22 | AET 1K 37 22 - 10/23/45/46 | 0/3/3/3
23 | OMC | 2K | 33 | 23 - 1/9/27/28 | 0/2/2/2
23 45U 2L 8 23 - 2/7/25/26 | 0/2/2/2
23 | PSU | 2K | 56 | 23 - 0/7/25/26 | 0/2/2/2
22 | AET 1L 37 22 - 4/23/45/46 | 0/3/3/3
22 H2U 1L 17 22 - 5/7/38/39 | 0/2/2/2
22 | 5MU | 1K | 54 | 22 - 0/7/25/26 | 0/2/2/2
23 PSU 2L 56 23 - 0/7/25/26 | 0/2/2/2
23 | 5MU | 2L | 55 | 23 - 2/7/25/26 | 0/2/2/2

The worst 5 of 76 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
22 1K 54 5MU | C2-N1 | 14.25 1.61 1.38
22 1L 54 5MU | C2-N1 | 13.45 1.60 1.38
23 2L 55 5MU | C2-N1 | 12.71 1.58 1.38
23 2K 55 | 5MU | C2-N1 | 12.42 1.58 1.38
55 3L 54 5MU | C2-N1 | 12.18 1.58 1.38

The worst 5 of 130 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(?)
23 2L 55 5MU | C5-C4-N3 | 11.13 124.81 115.31
55 3L 54 5MU | C5-C4-N3 | 10.82 124.55 115.31
22 1K 54 5MU | C5-C4-N3 | 10.72 124.46 115.31
22 1L 54 | 5MU | C5-C4-N3 | 10.66 124.41 115.31
23 2K 55 | 5MU | C5-C4-N3 | 9.76 123.64 115.31

There are no chirality outliers.

5 of 40 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
55 3L 54 | BMU | C4’-C5-0O5-P
22 1K 17 | H2U | O4’-C1’-N1-C2
22 1K 17 | H2U | O4’-C1’-N1-C6
22 1K 17 | H2U | C2-C1’-N1-C6
22 1L 17 | H2U | O4’-C1’-N1-C2
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There are no ring outliers.

12 monomers are involved in 24 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
55 3L 55 | PSU 2 0
23 2K 8 4SU 1 0
23 2L 33 | OMC 2 0
22 1L 54 5MU 1 0
55 3L 54 | 5MU 3 0
23 2K 47 | TMG 3 0
23 2L 47 | TMG 1 0
22 1K 37 | AET 4 0
23 2L 8 4SU 1 0
22 1L 37 AET 3 0
22 1K 54 5SMU 3 0
23 2L 55 | 5BMU 2 0

5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

Of 1498 ligands modelled in this entry, 1496 are monoatomic - leaving 2 for Mogul analysis.

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

RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link Counts | RMSZ | #|Z] > 2 | Counts | RMSZ | #|Z]| > 2
57 SF4 32 301 4 0,12,12 - - -
57 SF4 3E 302 4 0,12,12 - - _

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-> means no outliers of that kind were identified.
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
57 SkF4 32 301 4 - - 0/6/5/5
o7 SF4 3E 302 4 - - 0/6/5/5

There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.
There are no torsion outliers.
There are no ring outliers.

2 monomers are involved in 2 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
57 32 301 | SF4 1 0
57 3E 302 | SF4 1 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
55 3L 1
24 3K 1
26 1H 1

All chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 3L 48:C 03’ 49:G p 5.87
1 3K 48:C 03’ 49:G p 5.53
1 1H 1053:C 03’ 1054:A p 3.55
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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 13 1500,/1522 (98%) 0.02 10 (0%) 76 | 60,99, 150, 173 0
1 1G | 1490/1522 (97%) -0.07 8 (0%) o181 | 69,111, 148, 171 0
2 12 207/256 (80%) 0.13 116, 138, 149, 156 | 0
2 1E 231/256 (90%) 0.64 107, 131, 148,156 | 0
3 22 197/239 (82%) 0.56 114, 131, 144, 153 | 0
3 2E 205,239 (85%) 0.70 82, 106, 127, 136 0
4 32 207,209 (99%) 1.31 91, 110, 129, 137 0
4 3E 207,209 (99%) 1.14 82, 105, 125, 132 0
5 42 150/162 (92%) 0.69 99, 117, 132, 142 0
5 AE 149/162 (91%) 1.12 83, 100, 118, 125 0
6 52 101/101 (100%) 0.38 87, 104, 119, 131 0
6 5E 100/101 (99%) 0.94 88, 105, 119, 128 0
7 62 138,156 (88%) 0.84 110, 120, 130, 136 | 0O
7 6E 154/156 (98%) 1.34 101, 116, 137,150 | 0
8 72 137/138 (99%) 0.63 97, 119, 130, 138 0
8 o 138,/138 (100%) 0.33 91, 108, 122, 128 0
9 82 121/128 (94%) 1.51 105, 135, 143, 150 | 0
9 8E 126,128 (98%) 0.95 86, 127, 142, 150 0
10 | 1A 99,/105 (94%) 0.90 112, 135, 147,153 | 0
10 11 94/105 (89%) 1.02 77, 120, 141, 143 0
11 | 2A 113/129 (87%) 1.55 83, 108, 122, 131 0
11 21 111/129 (86%) 2.10 76, 105, 125, 137 0
12 | 3A 122/132 (92%) 1.97 81, 99, 118, 132 0
12 3l 122/132 (92%) 0.81 64, 77, 108, 126 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 4A 109/126 (86%) 1.11 111, 131, 145, 152 0
13 41 119/126 (94%) 0.46 87, 116, 130, 141 0
14 5A 59/61 (96%) 3.96 120, 129, 138, 142 0
14 51 60/61 (98%) 1.31 82, 95, 116, 123 0
15 6A 87/89 (97%) 1.41 86, 108, 123, 126 0
15 61 87/89 (97%) 0.94 81, 100, 119, 128 0
16 TA 84/88 (95%) 0.40 91, 101, 125, 143 0
16 71 83/88 (94%) 0.90 96, 110, 130, 143 0
17 8A 99/105 (94%) 2.78 93, 107, 122, 127 0
17 81 100/105 (95%) 1.71 89, 105, 116, 119 0
18 9A 69/88 (78%) -0.00 94, 110, 130, 139 0
18 91 68/88 (77%) 0.52 88, 106, 123, 131 0
19 AA 65/93 (69%) 2.25 31 (47%) 122, 140, 150, 156 0
19 Al 83/93 (89%) 0.66 11 (13%) 93, 112, 138, 145 0
20 BA 103/106 (97%) 1.98 48 (46%) 89, 110, 132, 136 0
20 BI 97/106 (91%) 1.01 22 (22%) 105, 116, 134, 137 0
21 1B 22/27 (81%) 2.07 9 (40%) 109, 122, 128, 128 0
21 1F 23/27 (85%) 2.23 11 (47%) 94, 102, 111, 117 0
22 1K 70/76 (92%) 0.16 5 (7%) 79, 151, 170, 173 0
22 1L 70/76 (92%) 0.29 7 (10%) 111, 158, 174, 179 0
23 2K 72/77 (93%) 0.21 67, 93, 126, 137 0
23 2L 72/77 (93%) -0.20 75, 104, 139, 145 0
24 3K 72/76 (94%) 0.41 70, 157, 167, 169 0
25 4K 18/27 (66%) 2.13 69, 124, 164, 170 0
25 4L 14/27 (51%) 0.68 87, 122, 152, 154 0
26 14 2811/2917 (96%) 0.16 52, 85, 154, 176 0
26 1H 2850/2917 (97%) 0.19 41, 73, 157, 180 0
27 16 122/122 (100%) -0.24 67, 90, 108, 164 0
27 1J 122/122 (100%) -0.21 85, 110, 127, 162 0
28 11 273/276 (98%) 1.24 45, 67, 87, 99 0
28 19 274/276 (99%) 1.65 50, 73, 91, 110 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
29 21 205,206 (99%) 1.17 51, 88, 122, 131 0
29 29 204/206 (99%) 1.07 58, 97, 127, 140 0
30 31 202/210 (96%) 1.11 47,80, 115, 131 0
30 39 204/210 (97%) 1.18 57, 102, 138, 149 0
31 41 179/182 (98%) 0.58 84, 104, 132, 151 0
31 49 180/182 (98%) 1.78 103, 122, 144, 154 0
32 51 174/180 (96%) 0.30 83, 101, 117, 136 0
32 59 169/180 (93%) 2.33 129, 156, 164, 168 0
33 61 145/148 (97%) 0.02 79, 121, 132, 139 0
33 69 145/148 (97%) 0.05 84, 117, 137, 143 0
34 15 137/140 (97%) 2.19 80, 106, 131, 138 0
34 58 125/140 (89%) 1.51 69, 89, 105, 131 0
35 25 122/122 (100%) 2.55 68, 89, 105, 119 0
35 68 122/122 (100%) 1.21 60, 78, 97, 105 0
36 35 147/150 (98%) 1.67 59, 99, 130, 139 0
36 78 148/150 (98%) 0.67 52, 83, 109, 121 0
37 45 138/141 (97%) 2.41 72, 100, 121, 133 0
37 88 141/141 (100%) 1.55 56, 80, 102, 129 0
38 55 118/118 (100%) 1.17 64, 84, 99, 110 0
38 98 118/118 (100%) 1.74 63, 83, 102, 115 0
39 65 110/112 (98%) 0.78 86, 106, 125, 130 0
39 A8 111/112 (99%) 1.03 77, 88, 106, 113 0
40 75 140/146 (95%) 1.29 82, 98, 145, 155 0
40 BS 136,/146 (93%) 0.91 73,92, 131, 146 0
41 85 116/118 (98%) 1.22 68, 93, 128, 140 0
41 C8 115/118 (97%) 0.71 56, 79, 108, 116 0
42 95 100/101 (99%) 0.58 66, 114, 131, 136 0
42 DS 100/101 (99%) 0.80 55, 101, 120, 127 0
43 A5 111/113 (98%) 2.19 66, 78, 103, 131 0
43 ES 110/113 (97%) 1.35 59, 74, 98, 108 0
44 B5 94/96 (97%) 1.36 72, 84, 105, 116 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
44 F8 95,/96 (98%) 0.97 18 (18%) |m 57, 70, 101, 112 0
45 C5 52/110 (47%) 3.37 40 (76%) folfo} | 93,103, 119, 123 0
45 C8 97/110 (88%) 0.57 4 (4%) 37 24 76, 96, 127, 133 0
46 D5 177/206 (85%) 2.26 106, 131, 162, 166 0
46 HS 170,206 (82%) 1.48 81, 116, 154, 162 0
47 E5 76/85 (89%) 1.84 66, 87, 102, 110 0
47 I8 77/85 (90%) 1.21 57, 72, 96, 104 0
48 F5 94/98 (95%) 1.90 63, 83, 121, 129 0
48 J8 96,98 (97%) 1.87 53, 75, 123, 138 0
49 G5 69,72 (95%) 0.71 85, 106, 126, 142 0
49 K8 68/72 (94%) 1.03 63, 84, 103, 121 0
50 H5 58/60 (96%) 2.18 77, 98, 120, 127 0
50 L8 58/60 (96%) 0.68 60, 81, 108, 113 0
51 M8 60,71 (84%) 0.63 105, 135, 148, 152 0
52 J5 56,60 (93%) 1.47 60, 85, 127, 136 0
52 N8 48/60 (80%) 1.26 51, 87, 121, 128 0
53 L5 48/49 (97%) 3.07 52, 61, 95, 104 0
53 P8 A47/49 (95%) 1.00 47, 52, 71, 89 0
54 | M5 64,65 (98%) 2.36 35 (54%) 68, 81, 95, 115 0
54 Q8 64,65 (98%) 1.36 18 (28%) 56, 69, 83, 95 0
55 3L 70/76 (92%) -0.03 3(4%) 35 22 | 80,150, 162, 164 0
ALl | Al | 20486/21500 (95%) | 071 | 2870 (14%) 41,98, 147,180 | 0

The worst 5 of 2870 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
32 59 151 | ILE 16.1
32 59 112 | PRO 14.6
32 59 111 HIS 14.3
12 3A 64 | TYR 13.4
32 59 114 | VAL 13.1
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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. 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 | B-factors(A?) | Q<0.9
22 H2U 1L 17 20/21 0.46 0.39 | 153,166,172,174 0
22 H2U 1K 17 20/21 0.54 0.26 | 153,168,175,178 0
55 | PSU | 3L | 55 | 20/21 | 087 | 0.11 | 140,146,152,152 | 0
22 PSU 1L 5D 20/21 0.90 0.10 | 122,134,145,147 0
23 4SU 2L 8 20/21 0.90 0.12 | 99,111,114,120 0
95 oMU 3L 54 21/22 0.91 0.09 | 136,142,145,152 0
22 oMU 1L 54 21/22 0.92 0.11 | 122,128,134,140 0
23 T™™MG 2L 47 24/25 0.92 0.13 | 113,120,131,141 0
22 SMU 1K 54 21/22 0.93 0.15 | 100,111,121,127 0
23 PSU 2L 56 20/21 0.93 0.10 | 108,116,121,124 0
23 4SU 2K 8 20/21 0.94 0.14 85,93,98,99 0
23 T™MG 2K 47 24/25 0.94 0.15 | 94,102,111,114 0
23 oMU 2K 55 21/22 0.95 0.15 | 99,109,114,119 0
23 PSU 2K 56 20/21 0.95 0.10 | 96,104,114,115 0
22 PSU 1K 95 20/21 0.95 0.11 | 104,115,130,130 0
23 | OMC 2L 33 21/22 0.96 0.16 93,95,98,101 0
22 AET 1L 37 33/34 0.96 0.23 | 94,112,119,124 0
23 | OMC 2K 33 21/22 0.96 0.30 71,78,80,88 0
22 AET 1K 37 33/34 0.97 0.24 69,82,106,115 0
23 oMU 2L 59 21/22 0.98 0.10 | 116,121,123,124 0

6.3 Carbohydrates (i)

There are no monosaccharides 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. 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 | B-factors(A?) | Q<0.9
o6 MG 1G 1666 1/1 0.12 0.09 | 122,122,122,122 0
o6 MG 1G 1663 1/1 0.13 0.34 | 100,100,100,100 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 14 3245 1/1 0.40 0.42 | 104,104,104,104 0
56 MG 13 1726 1/1 0.41 0.27 99,99,99,99 0
56 MG 1H 3448 1/1 0.43 0.20 96,96,96,96 0
56 MG 1H 3430 1/1 0.44 0.34 80,80,80,80 0
56 MG 13 1763 1/1 0.44 0.56 | 131,131,131,131 0
56 MG 68 201 1/1 0.44 0.19 84,84,84,84 0
56 MG 1H 3345 1/1 0.47 0.26 87,87,87,87 0
56 MG 1H 3340 1/1 0.48 0.33 83,83,83,83 0
56 MG 14 3216 1/1 0.48 0.18 91,91,91,91 0
56 MG 13 1674 1/1 0.48 0.17 | 101,101,101,101 0
56 MG 14 3053 1/1 0.49 0.20 72,72,72,72 0
56 MG BA 202 1/1 0.51 3.85 | 113,113,113,113 0
56 MG 13 1606 1/1 0.51 0.19 81,81,81,81 0
56 MG 13 1682 1/1 0.51 0.29 | 116,116,116,116 0
56 MG 13 1711 1/1 0.51 0.26 | 114,114,114,114 0
56 MG 13 1662 1/1 0.53 0.29 | 105,105,105,105 0
56 MG 68 202 1/1 0.53 0.19 90,90,90,90 0
56 MG 14 3179 1/1 0.54 0.43 83,83,83,83 0
56 MG 1H 3294 1/1 0.55 0.16 | 112,112,112,112 0
56 MG 35 201 1/1 0.55 0.20 84,84,84,84 0
56 MG 14 3211 1/1 0.56 0.26 | 111,111,111,111 0
56 MG 1G 1674 1/1 0.56 0.16 | 106,106,106,106 0
56 MG 14 3178 1/1 0.56 0.40 85,85,85,85 0
56 MG 1H 3301 1/1 0.56 0.19 95,95,95,95 0
56 MG 14 3193 1/1 0.57 0.20 88,88,88,88 0
56 MG 14 3201 1/1 0.57 0.38 91,91,91,91 0
56 MG 16 209 1/1 0.57 0.22 81,81,81,81 0
56 MG 1H 3481 1/1 0.58 0.13 | 122,122/122/122 0
56 MG 14 3427 1/1 0.58 0.08 | 104,104,104,104 0
56 MG 1H 3608 1/1 0.58 0.08 | 110,110,110,110 0
56 MG 1H 3176 1/1 0.59 0.27 93,93,93,93 0
56 MG 1H 3445 1/1 0.59 0.34 90,90,90,90 0
56 MG 1G 1661 1/1 0.60 0.18 94,94,94,94 0
56 MG 1H 3241 1/1 0.60 0.21 93,93,93,93 0
56 MG 1J 205 1/1 0.60 0.17 | 118,118,118,118 0
56 MG 1H 3523 1/1 0.60 0.18 82,82,82,82 0
56 MG 13 1706 1/1 0.61 1.38 | 111,111,111,111 0
56 MG 1H 3186 1/1 0.61 0.28 97,97,97,97 0
56 MG 1H 3463 1/1 0.61 0.07 | 101,101,101,101 0
56 MG 1H 3093 1/1 0.61 0.20 56,56,56,56 0
56 MG 1H 3172 1/1 0.61 0.40 96,96,96,96 0
56 MG 1H 3177 1/1 0.62 0.36 79,79,79,79 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 13 1631 1/1 0.62 0.08 88,88,88,88 0
56 MG 14 3424 1/1 0.62 0.09 94,94,94,94 0
56 MG 1H 3193 1/1 0.62 0.31 89,89,89.89 0
56 MG 14 3029 1/1 0.62 0.20 96,96,96,96 0
56 MG 1H 3138 1/1 0.62 0.23 75,75,75,75 0
56 MG 1H 3139 1/1 0.63 0.24 79,79,79,79 0
56 MG 16 213 1/1 0.63 0.09 98,98,98,98 0
56 MG 1G 1643 1/1 0.63 0.26 92,92,92,92 0
56 MG 1G 1630 1/1 0.64 0.18 95,95,95,95 0
56 MG 1H 3337 1/1 0.64 0.14 99,99,99,99 0
56 MG 55 201 1/1 0.64 0.31 85,85,85,85 0
56 MG 14 3292 1/1 0.65 0.19 88,88,88,88 0
56 MG 13 1804 1/1 0.65 0.14 | 137,137,137,137 0
56 MG 1H 3479 1/1 0.65 0.12 | 107,107,107,107 0
56 MG 1H 3328 1/1 0.65 0.27 86,86,86,86 0
56 MG 1H 3021 1/1 0.65 0.29 67,67,67,67 0
56 MG 13 1667 1/1 0.65 0.22 86,86,86,86 0
56 MG 13 1764 1/1 0.66 0.52 | 128,128,128,128 0
56 MG 14 3278 1/1 0.66 0.23 74,74,74,74 0
56 MG 1G 1672 1/1 0.66 0.36 96,96,96,96 0
56 MG 13 1608 1/1 0.66 0.12 | 111,111,111,111 0
56 MG 1H 3227 1/1 0.67 0.21 99,99,99,99 0
56 MG 5l 101 1/1 0.67 0.29 85,85,85,85 0
56 MG 14 3047 1/1 0.67 0.26 80,80,80,80 0
56 MG 1H 3292 1/1 0.67 0.19 | 108,108,108,108 0
56 MG 13 1619 1/1 0.67 0.11 95,95,95,95 0
56 MG 1G 1675 1/1 0.67 0.20 92,92,92,92 0
56 MG 1G 1715 1/1 0.68 0.07 | 119,119,119,119 0
56 MG 1G 1651 1/1 0.68 0.22 | 107,107,107,107 0
56 MG 14 3235 1/1 0.68 0.19 88,88,88,88 0
56 MG 16 211 1/1 0.68 0.31 79,79,79,79 0
56 MG 1H 3307 1/1 0.68 0.31 89,89,89.89 0
56 MG 1G 1665 1/1 0.68 0.17 | 107,107,107,107 0
56 MG 1H 3205 1/1 0.68 0.49 94,94,94,94 0
56 MG 1H 3333 1/1 0.68 0.51 96,96,96,96 0
56 MG 14 3183 1/1 0.68 0.21 96,96,96,96 0
56 MG 13 1741 1/1 0.68 0.27 99,99,99,99 0
56 MG 1H 3053 1/1 0.68 0.17 53,53,53,53 0
56 MG 13 1670 1/1 0.69 0.11 84,84,84,84 0
56 MG 1H 3465 1/1 0.69 0.11 | 111,111,111,111 0
56 MG 1G 1654 1/1 0.69 0.14 98,98,98,98 0
56 MG 13 1737 1/1 0.69 0.20 79,79,79,79 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 1H 3248 1/1 0.69 0.19 86,86,86,86 0
56 MG 14 3286 1/1 0.69 0.29 93,93,93.,93 0
56 MG 16 207 1/1 0.70 0.25 | 110,110,110,110 0
56 MG 13 1788 1/1 0.70 0.08 | 123,123,123,123 0
56 | MG | 1H | 3264 | 1/1 0.70 | 0.87 | 74747474 0
56 MG 1H 3482 1/1 0.70 0.07 | 142,142,142,142 0
o6 MG 1H 3332 1/1 0.70 0.79 83,83,83,83 0
56 MG 1H 3266 1/1 0.70 0.28 83,83,83,83 0
56 MG 25 201 1/1 0.70 0.04 | 123,123,123,123 0
56 MG 1G 1604 1/1 0.70 0.21 87,87,87,87 0
56 MG 16 206 1/1 0.70 0.21 80,80,80,80 0
26 MG 14 3023 1/1 0.71 0.22 82,82,82,82 0
56 MG 1H | 3265 1/1 0.71 0.19 72,72,72,72 0
56 MG 1H 3459 1/1 0.71 0.35 | 102,102,102,102 0
56 MG 1H 3070 1/1 0.71 0.15 78,78,78,78 0
56 MG 14 3229 1/1 0.71 0.36 92,92,92,92 0
56 MG 1H 3268 1/1 0.71 0.18 86,86,86,86 0
56 MG 1H 3252 1/1 0.71 0.10 | 102,102,102,102 0
56 MG 13 1686 1/1 0.71 0.60 | 129,129,129,129 0
56 | MG | 1G | 1667 | 1/1 0.72 | 0.65 | 104,104,104,104 | 0
56 MG 14 3277 1/1 0.72 0.22 90,90,90,90 0
56 MG 1H 3185 1/1 0.72 0.21 87,87,87,87 0
56 MG 1H 3419 1/1 0.72 0.21 T 0
56 MG 1H 3426 1/1 0.72 0.29 80,80,80,80 0
56 MG 1H | 3293 1/1 0.72 0.31 95,95,95,95 0
56 MG 1G 1722 1/1 0.72 0.51 | 111,111,111,111 0
56 MG 13 1696 1/1 0.72 2.85 | 104,104,104,104 0
o6 MG 13 1689 1/1 0.72 0.64 | 105,105,105,105 0
56 MG 1H 3575 1/1 0.72 0.10 63,63,63,63 0
56 MG 1H 3283 1/1 0.72 0.24 79,79,79,79 0
56 MG 14 3206 1/1 0.73 0.27 87,87,87,87 0
56 MG 13 1712 1/1 0.73 1.39 | 106,106,106,106 0
56 MG 14 3318 1/1 0.73 0.14 84,84,84,84 0
56 MG 1G 1696 1/1 0.73 0.29 | 103,103,103,103 0
56 | MG 13 | 1690 | 1/1 0.73 | 0.12 | 118,118,118,118 | 0
56 MG 1H | 3269 1/1 0.73 0.28 80,80,80,80 0
56 MG 1H | 3055 1/1 0.73 0.12 69,69,69,69 0
56 MG 13 1748 1/1 0.73 0.08 | 122,122,122,122 0
56 MG 13 1727 1/1 0.73 0.19 | 103,103,103,103 0
56 MG 1G 1605 1/1 0.74 0.16 | 105,105,105,105 0
56 | MG 14 | 3215 1/1 0.74 | 026 | 949494904 0
56 MG 13 1673 1/1 0.74 0.27 88,88,88,88 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 1G 1642 1/1 0.74 0.21 | 110,110,110,110 0
56 MG 1H 3564 1/1 0.74 0.18 95,95,95,95 0
56 MG 1H 3219 1/1 0.74 0.46 98,98,98,98 0
56 MG 14 3262 1/1 0.74 0.43 87,87,87,87 0
56 MG 1H 3441 1/1 0.74 0.10 | 115,115,115,115 0
56 MG 13 1607 1/1 0.74 0.20 78,78,78,78 0
56 MG 1H 3235 1/1 0.74 0.24 66,66,66,66 0
56 MG 14 3073 1/1 0.74 0.15 72,72,72,72 0
56 MG 14 3300 1/1 0.74 0.21 84,84,84,84 0
56 MG 14 3312 1/1 0.74 0.08 99,99,99,99 0
56 MG 14 3154 1/1 0.74 0.27 87,87,87,87 0
56 MG 1H 3270 1/1 0.74 0.28 87,87,87,87 0
56 MG 1H 3180 1/1 0.74 0.38 88,88,88,88 0
56 MG 13 1622 1/1 0.74 0.30 72,72,72,72 0
56 MG 1H 3054 1/1 0.74 0.29 78,78,78,78 0
56 MG 1H 3386 1/1 0.74 0.37 96,96,96,96 0
56 MG 13 1685 1/1 0.74 0.48 | 114,114,114,114 0
56 MG 1G 1656 1/1 0.75 0.15 99,99,99,99 0
56 MG 14 3041 1/1 0.75 0.26 85,85,85,85 0
56 MG 1G 1626 1/1 0.75 0.28 | 102,102,102,102 0
56 MG 14 3051 1/1 0.75 0.14 75,75,75,75 0
56 MG 1H 3568 1/1 0.75 0.10 89,89,89,89 0
56 MG 1H 3520 1/1 0.75 0.14 54,54,54,54 0
56 MG 14 3224 1/1 0.75 0.29 | 101,101,101,101 0
56 MG 78 202 1/1 0.75 1.41 87,87,87,87 0
56 MG 14 3435 1/1 0.75 0.08 | 121,121,121,121 0
56 MG 14 3168 1/1 0.75 0.30 65,65,65,65 0
56 MG 1G 1752 1/1 0.75 0.06 | 139,139,139,139 0
56 MG 21 301 1/1 0.75 0.14 64,64,64,64 0
56 MG 31 301 1/1 0.75 0.09 67,67,67,67 0
56 MG 13 1710 1/1 0.76 2.00 | 103,103,103,103 0
56 MG 1H 3599 1/1 0.76 0.11 85,85,85,85 0
56 MG 1H 3228 1/1 0.76 0.32 85,85,85,85 0
56 MG 1G 1718 1/1 0.76 0.17 | 140,140,140,140 0
56 MG 1G 1639 1/1 0.76 0.21 | 113,113,113,113 0
56 MG 14 3315 1/1 0.76 0.10 93,93,93,93 0
56 MG 1H 3046 1/1 0.76 0.67 73,73,73,73 0
56 MG 14 3217 1/1 0.76 0.12 96,96,96,96 0
56 MG 1H 3238 1/1 0.76 0.39 87,87,87,87 0
56 MG 2L 102 1/1 0.76 0.06 | 113,113,113,113 0
56 MG 1H 3213 1/1 0.76 0.15 69,69,69,69 0
56 MG 13 1734 1/1 0.76 0.23 87,87,87,87 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 14 3184 1/1 0.76 0.12 85,85,85,85 0
56 MG 35 202 1/1 0.76 0.26 79,79,79,79 0
56 MG 14 3191 1/1 0.76 0.66 84,84,84,84 0
56 MG 1H 3096 1/1 0.77 0.24 63,63,63,63 0
56 MG 14 3065 1/1 0.77 0.22 90,90,90,90 0
56 MG 1G 1627 1/1 0.77 0.09 88,88,88,88 0
56 MG 1H 3162 1/1 0.77 0.26 70,70,70,70 0
56 MG 14 3275 1/1 0.77 0.31 T 0
56 MG 1G 1695 1/1 0.77 0.23 96,96,96,96 0
56 MG 1H 3202 1/1 0.77 0.30 84,84,84,84 0
56 MG 1H 3434 1/1 0.77 0.17 86,86,86,86 0
56 MG 1H 3300 1/1 0.77 0.52 86,86,86,86 0
56 MG 1G 1646 1/1 0.77 0.23 | 116,116,116,116 0
56 MG 1G 1734 1/1 0.77 0.12 94,94,94,94 0
56 MG 1H 3165 1/1 0.77 0.42 98,98,98,98 0
56 MG 1H 3562 1/1 0.77 0.10 97,97,97,97 0
56 MG 14 3319 1/1 0.77 0.07 | 104,104,104,104 0
o6 MG 14 3330 1/1 0.77 0.16 82,82,82,82 0
56 MG 14 3205 1/1 0.77 0.27 75,75,75,75 0
o6 MG 13 1666 1/1 0.77 0.13 92,92,92,92 0
56 MG 14 3210 1/1 0.77 0.33 | 100,100,100,100 0
56 MG 1H 3456 1/1 0.77 0.08 | 100,100,100,100 0
o6 MG 1H 3370 1/1 0.77 1.53 84,84,84,84 0
56 MG 1H 3595 1/1 0.77 0.07 99,99,99,99 0
56 MG 1H 3597 1/1 0.77 0.10 92,92,92,92 0
56 MG 1H 3316 1/1 0.77 0.18 | 106,106,106,106 0
56 MG 14 3157 1/1 0.78 0.19 86,86,86,86 0
56 MG 4L 401 1/1 0.78 0.23 99,99,99,99 0
56 MG 14 3012 1/1 0.78 0.24 66,66,66,66 0
56 MG 21 302 1/1 0.78 1.24 76,76,76,76 0
56 MG 13 1665 1/1 0.78 042 | 117,117,117,117 0
56 MG 1H 3142 1/1 0.78 0.23 79,79,79,79 0
56 MG 14 3385 1/1 0.78 0.16 84,84,84,84 0
56 MG 1H 3462 1/1 0.78 0.08 95,95,95,95 0
o6 MG 1G 1738 1/1 0.78 0.33 | 105,105,105,105 0
o6 MG 1G 1739 1/1 0.78 0.09 | 107,107,107,107 0
o6 MG 14 3276 1/1 0.78 0.24 92,92,92,92 0
56 MG 1G 1685 1/1 0.78 0.22 76,76,76,76 0
56 MG 14 3071 1/1 0.78 0.18 83,83,83,83 0
o6 MG 1G 1647 1/1 0.78 0.44 92,92,92,92 0
56 MG 1H 3062 1/1 0.78 0.18 72,72,72,72 0
56 MG 1H 3579 1/1 0.79 0.09 81,81,81,81 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 14 3068 1/1 0.79 0.21 78,78,78,78 0
56 MG 13 1757 1/1 0.79 0.11 | 119,119,119,119 0
56 MG 13 1725 1/1 0.79 0.80 | 101,101,101,101 0
56 MG 14 3317 1/1 0.79 0.12 | 153,153,153,153 0
56 MG 1H 3487 1/1 0.79 0.09 50,50,50,50 0
56 MG 1G 1673 1/1 0.79 0.23 | 104,104,104,104 0
56 MG 14 3162 1/1 0.79 0.14 89,89,89,89 0
56 MG 1H 3189 1/1 0.79 0.18 70T 0
56 MG 14 3391 1/1 0.79 0.08 | 106,106,106,106 0
56 MG 1H 3016 1/1 0.79 0.27 66,66,66,66 0
56 MG 1H 3223 1/1 0.79 0.37 65,65,65,65 0
56 MG 1H 3196 1/1 0.79 0.43 68,68,68,68 0
56 MG 1G 1609 1/1 0.79 0.12 96,96,96,96 0
56 MG 1G 1659 1/1 0.79 0.36 | 104,104,104,104 0
56 MG 1G 1716 1/1 0.79 0.10 | 109,109,109,109 0
56 MG 1H 3473 1/1 0.79 0.12 | 112,112,112,112 0
56 MG 1H 3259 1/1 0.79 0.50 69,69,69,69 0
56 MG 1G 1669 1/1 0.80 0.22 85,85,85,85 0
56 MG 1H 3236 1/1 0.80 0.25 80,80,80,80 0
56 MG 1H 3284 1/1 0.80 0.30 79,79,79,79 0
56 MG 1H 3291 1/1 0.80 0.09 97,97,97,97 0
56 MG 14 3129 1/1 0.80 0.22 84,84,84,84 0
56 MG 13 1721 1/1 0.80 0.21 74,74,74,74 0
56 MG 1J 202 1/1 0.80 0.07 92,92,92,92 0
56 MG 1H 3229 1/1 0.80 0.13 83,83,83,83 0
56 MG 13 1789 1/1 0.80 0.08 63,63,63,63 0
56 MG 1H 3281 1/1 0.80 0.24 86,86,86,86 0
56 MG 1G 1701 1/1 0.80 0.36 94,94,94,94 0
56 MG 35 203 1/1 0.80 0.30 81,81,81,81 0
56 MG 14 3320 1/1 0.80 0.17 | 120,120,120,120 0
56 MG 1H 3422 1/1 0.81 0.27 90,90,90,90 0
56 MG 13 1801 1/1 0.81 0.12 | 113,113,113,113 0
56 MG 14 3160 1/1 0.81 0.47 86,86,86,86 0
56 MG 1G 1743 1/1 0.81 0.07 | 122,122/122,122 0
56 MG 1G 1748 1/1 0.81 0.07 | 107,107,107,107 0
56 MG 1H 3614 1/1 0.81 0.26 97,97,97,97 0
56 MG 1H 3121 1/1 0.81 0.24 67,67,67,67 0
56 MG 13 1729 1/1 0.81 0.11 95,95,95,95 0
56 MG 1H 3036 1/1 0.81 0.09 73,73,73,73 0
56 MG 14 3001 1/1 0.81 0.17 76,76,76,76 0
56 MG 14 3006 1/1 0.81 0.18 56,56,56,56 0
56 MG 13 1805 1/1 0.81 0.06 | 115,115,115,115 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 1H 3526 1/1 0.81 0.12 57,57,57,57 0
56 MG 1H 3209 1/1 0.81 0.23 80,80,80,80 0
56 MG 1H 3298 1/1 0.81 0.28 82,82,82,82 0
56 MG 14 3405 1/1 0.81 0.12 | 108,108,108,108 0
56 MG 14 3420 1/1 0.81 0.07 86,86,86,86 0
56 MG 14 3421 1/1 0.81 0.30 72,72,72,72 0
56 MG 14 3043 1/1 0.81 0.59 73,73,73,73 0
56 MG 1G 1699 1/1 0.81 0.14 90,90,90,90 0
56 MG 14 3432 1/1 0.81 0.12 91,91,91,91 0
56 MG 1H 3356 1/1 0.81 0.41 76,76,76,76 0
56 MG 1G 1708 1/1 0.81 0.16 | 105,105,105,105 0
56 MG 1H 3362 1/1 0.81 0.22 69,69,69,69 0
56 MG 1H 3210 1/1 0.81 0.22 68,68,68,68 0
56 MG 1H 3591 1/1 0.81 0.08 70,70,70,70 0
56 MG 1H 3146 1/1 0.81 0.14 71,71,71,71 0
56 MG 14 3124 1/1 0.81 0.34 82,82,82,82 0
56 MG 13 1680 1/1 0.81 0.30 | 103,103,103,103 0
56 MG 13 1779 1/1 0.82 0.31 | 106,106,106,106 0
56 MG 1H 3141 1/1 0.82 0.20 71,71,71,71 0
56 MG 1H 3396 1/1 0.82 0.12 71,71,71,71 0
56 MG 1H 3247 1/1 0.82 0.32 65,65,65,65 0
56 MG 14 3171 1/1 0.82 0.30 89,89,89,89 0
56 MG 1H 3297 1/1 0.82 0.28 80,80,80,80 0
56 MG 13 1656 1/1 0.82 0.23 91,91,91,91 0
56 MG 13 1684 1/1 0.82 0.53 99,99,99,99 0
56 MG 1H 3148 1/1 0.82 0.23 89,89,89,89 0
56 MG 14 3018 1/1 0.82 0.13 66,66,66,66 0
56 MG 1H 3435 1/1 0.82 0.11 68,68,68,68 0
56 MG 1H 3153 1/1 0.82 0.49 92,92,92,92 0
56 MG 1H 3312 1/1 0.82 0.23 | 100,100,100,100 0
56 MG 1H 3065 1/1 0.82 0.14 69,69,69,69 0
56 MG 1H 3455 1/1 0.82 0.07 92,92,92,92 0
56 MG 1H 3028 1/1 0.82 0.17 64,64,64,64 0
56 MG 1H 3457 1/1 0.82 0.11 99,99,99,99 0
56 MG 1H 3071 1/1 0.82 0.23 71,71,71,71 0
56 MG 1H 3034 1/1 0.82 0.19 64,64,64,64 0
56 MG 13 1675 1/1 0.82 0.33 80,80,80,80 0
56 MG 14 3434 1/1 0.82 0.06 61,61,61,61 0
56 MG 13 1702 1/1 0.82 1.01 87,87,87,87 0
56 MG 14 3082 1/1 0.82 0.25 91,91,91,91 0
56 MG 14 3239 1/1 0.82 0.15 53,53,53,53 0
56 MG 14 3110 1/1 0.82 0.40 85,85,85,85 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 1H 3137 1/1 0.82 0.33 74,74,74,74 0
56 MG 14 3273 1/1 0.82 0.23 70,70,70,70 0
56 MG 13 1659 1/1 0.82 0.49 | 115,115,115,115 0
56 MG 1H 3188 1/1 0.82 0.24 90,90,90,90 0
56 MG 1H 3104 1/1 0.83 0.25 65,65,65,65 0
56 MG 1H 3039 1/1 0.83 0.22 62,62,62,62 0
56 MG 14 3130 1/1 0.83 0.19 65,65,65,65 0
56 MG 14 3140 1/1 0.83 0.11 88,88,88,88 0
56 MG 14 3143 1/1 0.83 0.41 86,86,86,86 0
56 MG 1G 1664 1/1 0.83 0.20 | 106,106,106,106 0
56 MG 14 3285 1/1 0.83 0.37 95,95,95,95 0
56 MG 14 3156 1/1 0.83 0.12 68,68,68,68 0
56 MG 1H 3271 1/1 0.83 0.17 93,93,93,93 0
56 MG 14 3299 1/1 0.83 0.30 78,78,78,78 0
56 MG 1H 3421 1/1 0.83 0.43 92,92,92,92 0
56 MG 1H 3275 1/1 0.83 0.18 70,70,70,70 0
56 MG 1H 3425 1/1 0.83 0.33 | 101,101,101,101 0
56 MG 1H 3311 1/1 0.83 0.36 98,98,98,98 0
56 MG 14 3002 1/1 0.83 0.09 49,49,49,49 0
56 MG 1H 3276 1/1 0.83 2.11 68,68,68,68 0
56 MG 1H 3278 1/1 0.83 0.18 69,69,69,69 0
56 MG 1H 3280 1/1 0.83 0.25 90,90,90,90 0
56 MG 14 3365 1/1 0.83 0.10 89,89,89.89 0
56 MG 1H 3437 1/1 0.83 0.07 90,90,90,90 0
56 MG 1G 1693 1/1 0.83 0.20 84,84,84,84 0
56 MG 14 3200 1/1 0.83 0.40 72,72,72,72 0
56 MG 1H 3044 1/1 0.83 0.08 66,66,66,66 0
56 MG 13 1714 1/1 0.83 0.20 | 114,114,114,114 0
56 MG 1H 3033 1/1 0.83 0.21 64,64,64,64 0
56 MG 1H 3194 1/1 0.83 0.27 62,62,62,62 0
56 MG 14 3429 1/1 0.83 0.08 91,91,91,91 0
56 MG 1H 3341 1/1 0.83 0.96 80,80,80,80 0
56 MG 14 3064 1/1 0.83 0.44 53,53,53,53 0
56 MG 1H 3080 1/1 0.83 0.30 80,80,80,80 0
56 MG 1H 3347 1/1 0.83 0.73 89,89,89,89 0
56 MG 13 1613 1/1 0.83 0.12 78,78,78,78 0
56 MG 29 301 1/1 0.83 0.17 78,78,78,78 0
56 MG 1H 3361 1/1 0.83 0.08 89,89,89,89 0
56 MG 13 1753 1/1 0.83 0.07 | 121,121,121,121 0
56 MG 14 3102 1/1 0.83 0.21 67,67,67,67 0
56 MG 14 3240 1/1 0.83 0.31 86,86,86,86 0
56 MG 1H 3206 1/1 0.83 0.64 73,73,73,73 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 14 3166 1/1 0.84 0.62 88,88,88,88 0
56 MG 1H 3063 1/1 0.84 0.12 54,54,54,54 0
56 MG 88 202 1/1 0.84 0.43 69,69,69,69 0
56 MG 14 3298 1/1 0.84 0.31 | 100,100,100,100 0
56 MG 13 1774 1/1 0.84 0.10 87,87,87,87 0
56 MG 13 1605 1/1 0.84 0.14 86,86,86,86 0
56 MG 14 3309 1/1 0.84 0.11 87,87,87,87 0
56 MG 1H 3029 1/1 0.84 0.14 69,69,69,69 0
56 MG 1H 3590 1/1 0.84 0.06 | 107,107,107,107 0
56 MG 1H 3031 1/1 0.84 0.16 56,56,56,56 0
56 MG 13 1621 1/1 0.84 0.30 74,74,74,74 0
56 MG 1G 1631 1/1 0.84 0.21 85,85,85,85 0
56 MG 1H 3404 1/1 0.84 0.25 80,80,80,80 0
56 MG 1H 3418 1/1 0.84 0.17 90,90,90,90 0
56 MG 14 3343 1/1 0.84 0.12 54,54,54,54 0
56 MG 1G 1710 1/1 0.84 0.13 | 102,102,102,102 0
56 MG 14 3369 1/1 0.84 0.14 87,87,87,87 0
56 MG 1H 3603 1/1 0.84 0.07 | 121,121,121,121 0
56 MG 1H 3329 1/1 0.84 0.19 75,75,75,75 0
56 MG 14 3400 1/1 0.84 0.10 87,87,87,87 0
56 MG 1H 3610 1/1 0.84 0.15 | 106,106,106,106 0
56 MG 14 3077 1/1 0.84 0.43 87,87,87,87 0
56 MG 1H 3470 1/1 0.84 0.16 94,94,94,94 0
56 MG 14 3218 1/1 0.84 0.37 | 104,104,104,104 0
56 MG 1G 1727 1/1 0.84 0.09 | 108,108,108,108 0
56 MG 1G 1652 1/1 0.84 0.24 87,87,87,87 0
56 MG 13 1678 1/1 0.84 0.22 97,97,97,97 0
56 MG 1H 3097 1/1 0.84 0.31 70,70,70,70 0
56 MG 1H 3334 1/1 0.84 0.47 93,93,93,93 0
56 MG 1H 3336 1/1 0.84 0.17 81,81,81,81 0
56 MG 1H 3056 1/1 0.84 0.11 73,73,73,73 0
56 MG 1H 3489 1/1 0.84 0.12 53,53,53,53 0
56 MG 1H 3195 1/1 0.84 0.67 84,84,84,84 0
56 MG 13 1792 1/1 0.84 0.15 73,73,73,73 0
56 MG 1H 3201 1/1 0.84 0.32 7T 0
56 MG 1H 3136 1/1 0.84 0.29 68,68,68,68 0
56 MG 14 3281 1/1 0.84 0.17 89,89,89,89 0
56 MG 13 1653 1/1 0.85 0.11 82,82,82,82 0
56 MG 14 3287 1/1 0.85 0.42 86,86,86,86 0
56 MG 1H 3578 1/1 0.85 0.09 65,65,65,65 0
56 MG D8 201 1/1 0.85 0.46 76,76,76,76 0
56 MG 1G 1603 1/1 0.85 0.10 78,78,78,78 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 1H 3222 1/1 0.85 0.40 78,78,78,78 0
56 MG 13 1603 1/1 0.85 0.12 52,52,52,52 0
56 MG 1H 3183 1/1 0.85 0.27 80,80,80,80 0
56 MG 14 3030 1/1 0.85 0.18 78,78,78,78 0
56 MG 1H 3335 1/1 0.85 0.13 | 103,103,103,103 0
56 MG 1H 3466 1/1 0.85 0.16 | 115,115,115,115 0
56 MG 1H 3198 1/1 0.85 0.44 | 108,108,108,108 0
56 MG 1G 1698 1/1 0.85 0.23 88,88,88,88 0
56 MG 14 3323 1/1 0.85 0.18 | 100,100,100,100 0
56 MG 1H 3424 1/1 0.85 0.21 65,65,65,65 0
56 MG 1H 3025 1/1 0.85 0.18 49,49,49.,49 0
56 MG 1G 1641 1/1 0.85 0.09 95,95,95,95 0
56 MG 13 1639 1/1 0.85 0.18 76,76,76,76 0
56 MG 1H 3187 1/1 0.85 0.27 75,75,75,75 0
56 MG 14 3072 1/1 0.85 0.37 69,69,69,69 0
56 MG 1H 3621 1/1 0.85 0.12 52,52,52,52 0
56 MG 1H 3484 1/1 0.85 0.10 45,45,45,45 0
56 MG 14 3225 1/1 0.85 0.43 | 111,111,111,111 0
56 MG 1H 3237 1/1 0.85 0.19 72,72,72,72 0
56 MG 14 3230 1/1 0.85 0.20 90,90,90,90 0
56 MG 1G 1725 1/1 0.85 0.05 | 111,111,111,111 0
56 MG 1H 3041 1/1 0.85 0.16 65,65,65,65 0
56 MG 1G 1729 1/1 0.85 0.24 | 113,113,113,113 0
56 MG 2K 102 1/1 0.85 0.30 81,81,81,81 0
56 MG 1H 3191 1/1 0.85 0.21 99,99,99,99 0
56 MG 14 3268 1/1 0.85 0.21 83,83,83,83 0
56 MG 1G 1658 1/1 0.85 0.21 | 108,108,108,108 0
56 MG 1H 3010 1/1 0.85 0.23 70,70,70,70 0
56 MG 39 301 1/1 0.85 0.17 94,94,94,94 0
56 MG 1H 3547 1/1 0.85 0.11 85,85,85,85 0
56 MG 1H 3317 1/1 0.85 0.13 | 102,102,102,102 0
56 MG 31 302 1/1 0.85 0.28 76,76,76,76 0
56 MG 1H 3218 1/1 0.85 0.28 70,70,70,70 0
56 MG 1H 3387 1/1 0.85 0.35 71,71,71,71 0
56 MG 85 201 1/1 0.85 0.33 75,75,75,75 0
56 MG 14 3084 1/1 0.86 0.10 70T 0
56 MG 88 203 1/1 0.86 0.68 79,79,79,79 0
56 MG 1H 3060 1/1 0.86 0.25 63,63,63,63 0
56 MG 13 1668 1/1 0.86 0.39 | 101,101,101,101 0
56 MG 1H 3447 1/1 0.86 0.10 65,65,65,65 0
56 MG 1H 3100 1/1 0.86 0.16 69,69,69,69 0
56 MG 1G 1702 1/1 0.86 0.30 | 101,101,101,101 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 1H 3073 1/1 0.86 0.28 58,58,58,58 0
56 MG 1G 1616 1/1 0.86 0.43 | 100,100,100,100 0
56 MG 14 3360 1/1 0.86 0.10 69,69,69,69 0
56 MG 1H 3145 1/1 0.86 0.45 91,91,91,91 0
56 MG 1H 3049 1/1 0.86 0.10 95,95,95,95 0
56 MG 14 3158 1/1 0.86 0.29 80,80,80,80 0
56 MG 1H 3207 1/1 0.86 0.41 87,87,87,87 0
56 MG 1G 1721 1/1 0.86 0.08 | 143,143,143,143 0
56 MG 14 3402 1/1 0.86 0.11 94,94,94,94 0
56 MG 1H 3461 1/1 0.86 0.08 | 102,102,102,102 0
56 MG 14 3045 1/1 0.86 0.24 91,91,91,91 0
56 MG 1G 1637 1/1 0.86 0.08 | 121,121,121,121 0
56 MG 1G 1726 1/1 0.86 0.17 86,86,86,86 0
56 MG 1G 1638 1/1 0.86 0.18 93,93,93,93 0
56 MG 14 3057 1/1 0.86 0.16 78,78,78,78 0
56 MG 1H 3522 1/1 0.86 0.10 59,59,59,59 0
56 MG 13 1697 1/1 0.86 1.59 98,98,98,98 0
56 MG 1H 3095 1/1 0.86 0.21 64,64,64,64 0
56 MG 78 201 1/1 0.86 0.27 62,62,62,62 0
56 MG 14 3290 1/1 0.86 0.34 85,85,85,85 0
56 MG 14 3291 1/1 0.86 0.41 86,86,86,86 0
56 MG 1G 1683 1/1 0.86 0.28 87,87,87,87 0
56 MG 14 3294 1/1 0.86 0.28 94,94,94,94 0
56 MG 14 3297 1/1 0.86 0.28 91,91,91,91 0
56 MG 1G 1745 1/1 0.86 0.08 | 124,124,124,124 0
56 MG 1H 3342 1/1 0.86 1.77 75,75,75,75 0
56 MG 14 3209 1/1 0.86 0.19 97,97,97,97 0
56 MG 1H 3417 1/1 0.86 0.17 93,93,93,93 0
56 MG 1H 3040 1/1 0.87 0.20 62,62,62,62 0
56 MG 1H 3472 1/1 0.87 0.11 | 108,108,108,108 0
56 MG 1H 3358 1/1 0.87 0.57 83,83,83,83 0
56 MG 1H 3598 1/1 0.87 0.10 | 105,105,105,105 0
56 MG 1G 1625 1/1 0.87 0.17 | 111,111,111,111 0
56 MG 13 1707 1/1 0.87 0.84 | 108,108,108,108 0
56 MG 1G 1687 1/1 0.87 0.25 96,96,96,96 0
56 MG 1H 3436 1/1 0.87 0.14 98,98,98,98 0
56 MG 1H 3324 1/1 0.87 0.27 78,78,78,78 0
56 MG 13 1610 1/1 0.87 0.10 56,56,56,56 0
56 MG 14 3306 1/1 0.87 0.18 66,66,66,66 0
56 MG 1H 3444 1/1 0.87 0.10 78,78,78,78 0
56 MG 1K 500 1/1 0.87 0.14 | 101,101,101,101 0
56 MG 1H 3498 1/1 0.87 0.08 70,70,70,70 0

Continued on next page...



Page 98

wwPDB X-ray Structure Validation Summary Report

6GSJ

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 1H 3231 1/1 0.87 0.11 83,83,83,83 0
56 MG 14 3197 1/1 0.87 0.22 91,91,91,91 0
56 MG 14 3046 1/1 0.87 0.09 56,56,56,56 0
56 MG 13 1724 1/1 0.87 0.11 97,97,97,97 0
56 MG 13 1705 1/1 0.87 1.02 | 111,111,111,111 0
56 MG 14 3052 1/1 0.87 0.27 78,78,78,78 0
56 MG 14 3208 1/1 0.87 0.68 89,89,89,89 0
56 MG 1H 3134 1/1 0.87 0.44 85,85,85,85 0
56 MG 14 3054 1/1 0.87 0.18 48,48,48,48 0
56 MG 14 3367 1/1 0.87 0.14 86,86,86,86 0
56 MG 14 3368 1/1 0.87 0.07 | 101,101,101,101 0
56 MG 16 214 1/1 0.87 0.09 82,82,82,82 0
56 MG 14 3372 1/1 0.87 0.25 91,91,91,91 0
56 MG 14 3213 1/1 0.87 0.34 87,87,87,87 0
56 MG 13 1663 1/1 0.87 0.17 | 105,105,105,105 0
56 MG 1G 1720 1/1 0.87 0.23 | 112,112,112,112 0
56 MG 1H 3550 1/1 0.87 0.18 70,70,70,70 0
56 MG 1H 3554 1/1 0.87 0.19 | 108,108,108,108 0
56 MG 1H 3019 1/1 0.87 0.14 53,53,53,53 0
56 MG 1H 3304 1/1 0.87 0.21 | 106,106,106,106 0
56 MG 1H 3174 1/1 0.87 0.27 86,86,86,86 0
56 MG 14 3079 1/1 0.87 0.11 91,91,91,91 0
56 MG 1H 3573 1/1 0.87 0.07 51,51,51,51 0
56 MG 1H 3574 1/1 0.87 0.11 53,53,53,53 0
56 MG 14 3092 1/1 0.87 0.14 79,79,79,79 0
56 MG 14 3099 1/1 0.87 0.13 66,66,66,66 0
56 MG 1G 1735 1/1 0.87 0.06 | 112,112,112,112 0
56 MG 1H 3308 1/1 0.87 0.48 78,78,78,78 0
56 MG 1H 3083 1/1 0.87 0.24 82,82,82,82 0
56 MG 14 3125 1/1 0.87 0.18 84,84,84,84 0
56 MG 13 1747 1/1 0.87 0.29 93,93,93,93 0
56 MG P8 101 1/1 0.87 0.24 68,68,68,68 0
56 MG 1G 1746 1/1 0.87 0.18 95,95,95,95 0
56 MG 14 3280 1/1 0.87 0.30 89,89,89,89 0
56 MG 1H 3469 1/1 0.87 0.32 93,93,93,93 0
56 MG 1G 1671 1/1 0.87 0.15 92,92,92,92 0
56 MG 1H 3239 1/1 0.88 0.31 78,78,78,78 0
56 MG 14 3025 1/1 0.88 0.12 46,46,46,46 0
56 MG 1H 3026 1/1 0.88 0.25 92,92,92,92 0
56 MG 1H 3290 1/1 0.88 0.40 94,94,94,94 0
56 MG 14 3176 1/1 0.88 0.24 73,73,73,73 0
56 MG 14 3034 1/1 0.88 0.14 63,63,63,63 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 13 1799 1/1 0.88 0.10 93,93,93,93 0
56 MG 1H 3212 1/1 0.88 0.28 91,91,91,91 0
56 MG 16 202 1/1 0.88 0.11 70T 0
56 MG 14 3186 1/1 0.88 0.20 70T 0
56 MG 14 3310 1/1 0.88 0.11 53,53,53,53 0
56 MG 1H 3151 1/1 0.88 0.25 78,78,78,78 0
56 MG 1G 1712 1/1 0.88 0.08 | 132,132,132,132 0
56 MG 1H 3256 1/1 0.88 0.18 85,85,85,85 0
56 MG 13 1614 1/1 0.88 0.13 69,69,69,69 0
56 MG 1H 3516 1/1 0.88 0.09 59,59,59,59 0
56 MG 1H 3343 1/1 0.88 0.15 76,76,76,76 0
56 MG 14 3322 1/1 0.88 0.17 | 123,123,123,123 0
56 MG 1H 3192 1/1 0.88 0.28 75,75,75,75 0
56 MG 1H 3439 1/1 0.88 0.14 59,59,59,59 0
56 MG 1H 3047 1/1 0.88 0.13 60,60,60,60 0
56 MG 1H 3127 1/1 0.88 0.21 81,81,81,81 0
56 MG 1H 3267 1/1 0.88 0.31 84,84,84,84 0
56 MG 1H 3012 1/1 0.88 0.08 40,40,40,40 0
56 MG 13 1669 1/1 0.88 0.22 | 109,109,109,109 0
56 MG 1H 3453 1/1 0.88 0.07 94,94,94,94 0
56 MG 13 1693 1/1 0.88 0.15 82,82,82,82 0
56 MG 14 3373 1/1 0.88 0.09 | 117,117,117,117 0
56 MG 14 3080 1/1 0.88 0.16 86,86,86,86 0
56 MG 13 1648 1/1 0.88 0.36 70T 0
56 MG 1H 3272 1/1 0.88 0.15 85,85,85,85 0
56 MG 1H 3233 1/1 0.88 0.13 85,85,85,85 0
56 MG 14 3403 1/1 0.88 0.11 | 101,101,101,101 0
56 MG 14 3096 1/1 0.88 0.31 87,87,87,87 0
56 MG 14 3411 1/1 0.88 0.07 | 109,109,109,109 0
56 MG 1H 3090 1/1 0.88 0.19 73,73,73,73 0
56 MG 14 3100 1/1 0.88 0.18 65,65,65,65 0
56 MG 1G 1601 1/1 0.88 0.11 71,71,71,71 0
56 MG 1H 3408 1/1 0.88 0.37 60,60,60,60 0
56 MG 42 201 1/1 0.88 0.30 | 103,103,103,103 0
56 MG 1H 3410 1/1 0.88 0.47 71,71,71,71 0
56 MG 14 3433 1/1 0.88 0.11 87,87,87,87 0
56 MG 1H 3416 1/1 0.88 0.30 75,75,75,75 0
56 MG 1H 3023 1/1 0.88 0.34 72,72,72,72 0
56 MG 14 3135 1/1 0.88 0.11 90,90,90,90 0
56 MG 1H 3058 1/1 0.88 0.16 69,69,69,69 0
56 MG 1J 206 1/1 0.88 0.27 68,68,68,68 0
56 MG 1G 1619 1/1 0.88 0.18 94,94,94,94 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 14 3279 1/1 0.88 0.47 96,96,96,96 0
56 MG 1G 1621 1/1 0.88 0.32 89,89,89.,89 0
56 MG 14 3009 1/1 0.88 0.20 78,78,78,78 0
56 MG 14 3284 1/1 0.88 0.23 70T 0
56 MG 14 3011 1/1 0.88 0.52 70,70,70,70 0
56 MG 13 1765 1/1 0.88 0.45 | 129,129,129,129 0
56 MG 1H 3420 1/1 0.88 0.39 75,75,75,75 0
56 MG 1H 3179 1/1 0.89 0.26 93,93,93,93 0
56 MG 1H 3318 1/1 0.89 0.68 68,68,68,68 0
56 MG 1H 3323 1/1 0.89 0.45 69,69,69,69 0
56 MG 1H 3216 1/1 0.89 0.57 81,81,81,81 0
56 MG 1H 3217 1/1 0.89 0.20 87,87,87,87 0
56 MG 13 1683 1/1 0.89 0.21 99,99,99,99 0
56 MG 14 3008 1/1 0.89 0.33 72,72,72,72 0
56 MG 1H 3182 1/1 0.89 0.27 85,85,85,85 0
56 MG 1H 3107 1/1 0.89 0.22 63,63,63,63 0
56 MG 14 3304 1/1 0.89 0.23 | 103,103,103,103 0
56 MG 13 1703 1/1 0.89 0.11 93,93,93,93 0
56 MG 1H 3030 1/1 0.89 0.25 75,75,75,75 0
56 MG 13 1609 1/1 0.89 0.15 83,83,83,83 0
56 MG 14 3024 1/1 0.89 0.10 D7,57,57,57 0
56 MG 13 1766 1/1 0.89 0.14 70,70,70,70 0
56 MG 14 3026 1/1 0.89 0.12 65,65,65,65 0
56 MG 8I 201 1/1 0.89 0.58 98,98,98,98 0
56 MG 1G 1690 1/1 0.89 0.23 75,75,75,75 0
56 MG 14 3190 1/1 0.89 0.23 81,81,81,81 0
56 MG 14 3321 1/1 0.89 0.14 | 131,131,131,131 0
56 MG 1H 3067 1/1 0.89 0.18 68,68,68,68 0
56 MG 13 1768 1/1 0.89 0.10 92,92,92,92 0
56 MG 1H 3288 1/1 0.89 0.79 79,79,79,79 0
56 MG 14 3340 1/1 0.89 0.10 57,57,57,57 0
56 MG 14 3342 1/1 0.89 0.13 51,51,51,51 0
56 MG 1G 1697 1/1 0.89 0.21 | 106,106,106,106 0
56 MG 13 1773 1/1 0.89 0.07 96,96,96,96 0
56 MG 1H 3450 1/1 0.89 0.17 84,84,84,84 0
56 MG 14 3366 1/1 0.89 0.14 87,87,87,87 0
56 MG 1H 3582 1/1 0.89 0.06 56,56,56,56 0
56 MG 1H 3001 1/1 0.89 0.18 55,55,55,55 0
56 MG 1G 1703 1/1 0.89 0.13 87,87,87,87 0
56 MG 1H 3075 1/1 0.89 0.21 72,72,72,72 0
56 MG 1H 3594 1/1 0.89 0.17 95,95,95,95 0
56 MG 13 1723 1/1 0.89 0.22 98,98,98,98 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 13 1746 1/1 0.89 0.25 96,96,96,96 0
56 MG 14 3067 1/1 0.89 0.13 62,62,62,62 0
56 MG 1G 1635 1/1 0.89 0.22 | 106,106,106,106 0
56 MG 1H 3296 1/1 0.89 0.77 68,68,68,68 0
56 MG 1H 3244 1/1 0.89 0.19 70,70,70,70 0
56 MG 14 3410 1/1 0.89 0.12 81,81,81,81 0
56 MG 1H 3374 1/1 0.89 0.26 | 101,101,101,101 0
56 MG 14 3074 1/1 0.89 0.09 84,84,84,84 0
56 MG 1H 3086 1/1 0.89 0.11 83,83,83,83 0
56 MG 13 1784 1/1 0.89 0.10 | 104,104,104,104 0
56 MG 1H 3092 1/1 0.89 0.21 62,62,62,62 0
56 MG 13 1629 1/1 0.89 0.12 71,71,71,71 0
56 MG 1H 3407 1/1 0.89 0.33 81,81,81,81 0
56 MG 1G 1650 1/1 0.89 0.09 81,81,81,81 0
56 MG 13 1671 1/1 0.89 0.44 99,99,99,99 0
56 MG 1H 3261 1/1 0.89 0.16 92,92,92,92 0
56 MG 1H 3414 1/1 0.89 0.15 68,68,68,68 0
56 MG 14 3101 1/1 0.89 0.24 79,79,79,79 0
56 MG 1G 1655 1/1 0.89 0.09 | 121,121,121,121 0
56 MG 16 210 1/1 0.89 0.36 | 101,101,101,101 0
56 MG 13 1688 1/1 0.89 0.29 86,86,86,86 0
56 MG 13 1793 1/1 0.89 0.15 | 114,114,114,114 0
56 MG 1H 3313 1/1 0.89 0.65 87,87,87,87 0
56 MG 14 3283 1/1 0.89 0.29 84,84,84,84 0
56 MG 1G 1753 1/1 0.89 0.12 | 109,109,109,109 0
56 MG 14 3134 1/1 0.89 0.24 81,81,81,81 0
56 MG 13 1698 1/1 0.89 2.42 99,99,99,99 0
56 MG 14 3308 1/1 0.90 0.13 80,80,80,80 0
56 MG 1H 3373 1/1 0.90 0.17 84,84,84,84 0
56 MG 13 1762 1/1 0.90 0.21 | 128,128,128,128 0
56 MG 1H 3382 1/1 0.90 0.22 73,73,73,73 0
56 MG 13 1736 1/1 0.90 0.35 96,96,96,96 0
56 MG 1H 3032 1/1 0.90 0.45 57,57,57,57 0
56 MG 1G 1633 1/1 0.90 0.31 94,94,94,94 0
56 MG 14 3214 1/1 0.90 0.59 90,90,90,90 0
56 MG 1H 3009 1/1 0.90 0.20 66,66,66,66 0
56 MG 13 1636 1/1 0.90 0.19 85,85,85,85 0
56 MG 1H 3168 1/1 0.90 0.09 84,84,84,84 0
56 MG 1H 3204 1/1 0.90 0.34 92,92,92,92 0
56 MG 14 3324 1/1 0.90 0.13 50,50,50,50 0
56 MG 14 3219 1/1 0.90 0.14 | 100,100,100,100 0
56 MG 13 1704 1/1 0.90 0.17 85,85,85,85 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 13 1624 1/1 0.90 0.10 | 102,102,102,102 0
56 MG 14 3128 1/1 0.90 0.26 82,82,82,82 0
56 MG 14 3352 1/1 0.90 0.21 90,90,90,90 0
56 MG 13 1767 1/1 0.90 0.14 61,61,61,61 0
56 MG 14 3364 1/1 0.90 0.10 | 108,108,108,108 0
56 MG 1G 1706 1/1 0.90 0.12 95,95,95,95 0
56 MG 1H 3565 1/1 0.90 0.08 | 110,110,110,110 0
56 MG 1H 3113 1/1 0.90 0.41 67,67,67,67 0
56 MG 14 3027 1/1 0.90 0.15 61,61,61,61 0
56 MG 1H 3020 1/1 0.90 0.10 56,56,56,56 0
56 MG 14 3264 1/1 0.90 0.29 82,82,82,82 0
56 MG 14 3267 1/1 0.90 0.34 70T 0
56 MG 14 3380 1/1 0.90 0.14 92,92,92,92 0
56 MG 14 3149 1/1 0.90 0.15 74,74,74,74 0
56 MG 14 3388 1/1 0.90 0.18 87,87,87,87 0
56 MG 14 3270 1/1 0.90 0.20 70,70,70,70 0
56 MG 14 3393 1/1 0.90 0.13 67,67,67,67 0
56 MG 14 3272 1/1 0.90 0.34 94,94,94,94 0
56 MG 1G 1714 1/1 0.90 0.05 | 123,123,123,123 0
56 MG 14 3155 1/1 0.90 0.23 65,65,65,65 0
56 MG 1H 3043 1/1 0.90 0.12 48,48,48,48 0
56 MG 13 1802 1/1 0.90 0.07 | 114,114,114,114 0
56 MG 1H 3214 1/1 0.90 0.40 93,93,93,93 0
56 MG 1H 3468 1/1 0.90 0.18 92,92,92,92 0
56 MG 1H 3581 1/1 0.90 0.12 87,87,87,87 0
56 MG 14 3423 1/1 0.90 0.11 95,95,95,95 0
56 MG 1G 1657 1/1 0.90 0.20 | 117,117,117,117 0
56 MG 13 1642 1/1 0.90 0.20 66,66,66,66 0
56 MG 1H 3589 1/1 0.90 0.14 60,60,60,60 0
56 MG 1H 3078 1/1 0.90 0.30 59,59,59,59 0
56 MG 1H 3079 1/1 0.90 0.27 59,59,59,59 0
56 MG 13 1728 1/1 0.90 0.26 97,97,97,97 0
56 MG 14 3289 1/1 0.90 0.13 79,79,79,79 0
56 MG 1H 3477 1/1 0.90 0.29 90,90,90,90 0
56 MG 1H 3140 1/1 0.90 0.30 78,78,78,78 0
56 MG 1G 1606 1/1 0.90 0.12 97,97,97,97 0
56 MG 1G 1742 1/1 0.90 0.09 | 131,131,131,131 0
56 MG 13 1694 1/1 0.90 0.12 96,96,96,96 0
56 MG 13 1709 1/1 0.90 0.24 73,73,73,73 0
56 MG 1G 1617 1/1 0.90 0.05 92,92,92,92 0
56 MG 1H 3087 1/1 0.90 0.17 54,54,54,54 0
56 MG 13 1758 1/1 0.90 0.24 | 111,111,111,111 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 1G 1624 1/1 0.90 0.25 | 109,109,109,109 0
56 MG 14 3307 1/1 0.90 0.12 89,89,89.,89 0
56 MG 1H 3082 1/1 0.91 0.15 76,76,76,76 0
56 MG 1G 1747 1/1 0.91 0.12 95,95,95,95 0
56 MG 13 1672 1/1 0.91 0.14 80,80,80,80 0
56 MG 14 3133 1/1 0.91 0.28 78,78,78,78 0
56 MG 1H 3084 1/1 0.91 0.22 72,72,72,72 0
56 MG 13 1660 1/1 0.91 0.11 83,83,83,83 0
56 MG 13 1625 1/1 0.91 0.25 75,75,75,75 0
56 MG 4A 201 1/1 0.91 0.10 | 116,116,116,116 0
56 MG 9A 101 1/1 0.91 0.07 | 115,115,115,115 0
56 MG 13 1749 1/1 0.91 0.06 92,92,92,92 0
56 MG 1H 3068 1/1 0.91 0.21 65,65,65,65 0
56 MG 13 1769 1/1 0.91 0.11 82,82,82,82 0
56 MG 41 201 1/1 0.91 0.12 69,69,69,69 0
56 MG 13 1720 1/1 0.91 0.13 97,97,97,97 0
56 MG 1H 3535 1/1 0.91 0.09 80,80,80,80 0
56 MG 1H 3536 1/1 0.91 0.10 62,62,62,62 0
56 MG 1H 3543 1/1 0.91 0.14 59,59,59,59 0
56 MG 14 3311 1/1 0.91 0.10 | 105,105,105,105 0
56 MG 14 3010 1/1 0.91 0.16 68,68,68,68 0
56 MG 88 201 1/1 0.91 0.26 79,79,79,79 0
56 MG 14 3173 1/1 0.91 0.11 70T 0
56 MG 1H 3351 1/1 0.91 0.26 68,68,68,68 0
56 MG 1H 3354 1/1 0.91 0.09 81,81,81,81 0
56 MG 13 1657 1/1 0.91 0.22 | 101,101,101,101 0
56 MG 13 1658 1/1 0.91 0.19 96,96,96,96 0
56 MG 1H 3076 1/1 0.91 0.16 88,88,88,88 0
56 MG 1H 3220 1/1 0.91 0.29 79,79,79,79 0
56 MG 1H 3364 1/1 0.91 0.12 87,87,87,87 0
56 MG 1H 3367 1/1 0.91 0.15 97,97,97,97 0
56 MG 1H 3101 1/1 0.91 0.38 91,91,91,91 0
56 MG 14 3032 1/1 0.91 0.15 73,73,73,73 0
56 MG 1H 3452 1/1 0.91 0.04 81,81,81,81 0
56 MG 14 3035 1/1 0.91 0.16 67,67,67,67 0
56 MG 14 3353 1/1 0.91 0.08 64,64,64,64 0
56 MG 14 3038 1/1 0.91 0.13 63,63,63,63 0
56 MG 14 3039 1/1 0.91 0.15 61,61,61,61 0
56 MG 1G 1613 1/1 0.91 0.09 88,88,88,88 0
56 MG 14 3042 1/1 0.91 0.34 82,82,82,82 0
56 MG 1H 3309 1/1 0.91 0.47 76,76,76,76 0
56 MG 1H 3077 1/1 0.91 0.45 62,62,62,62 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 1H 3580 1/1 0.91 0.33 T 0
56 MG 1H 3158 1/1 0.91 0.17 81,81,81,81 0
56 MG 1G 1705 1/1 0.91 0.10 84,84,84,84 0
56 MG 13 1630 1/1 0.91 0.12 74,74,74,74 0
56 MG 1G 1707 1/1 0.91 0.08 92,92,92,92 0
56 MG 1H 3315 1/1 0.91 0.26 | 101,101,101,101 0
56 MG 14 3055 1/1 0.91 0.27 89,89,89,89 0
56 MG 14 3220 1/1 0.91 0.13 95,95,95,95 0
56 MG 14 3222 1/1 0.91 0.33 94,94,94,94 0
56 MG 1H 3163 1/1 0.91 0.28 74,74,74,74 0
56 MG 1H 3230 1/1 0.91 0.18 96,96,96,96 0
56 MG 1H 3592 1/1 0.91 0.09 96,96,96,96 0
56 MG 13 1681 1/1 0.91 0.12 98,98,98,98 0
56 MG 1H 3116 1/1 0.91 0.28 71,71,71,71 0
56 MG 14 3418 1/1 0.91 0.12 99,99,99,99 0
56 MG 14 3419 1/1 0.91 0.06 84,84,84,84 0
56 MG 1G 1717 1/1 0.91 0.07 | 129,129,129,129 0
56 MG 1H 3409 1/1 0.91 0.53 75,75,75,75 0
56 MG 1H 3279 1/1 0.91 0.15 93,93,93,93 0
56 MG 1H 3412 1/1 0.91 0.17 86,86,86,86 0
56 MG 1H 3413 1/1 0.91 0.19 81,81,81,81 0
56 MG 14 3266 1/1 0.91 0.26 85,85,85,85 0
56 MG 1H 3471 1/1 0.91 0.36 91,91,91,91 0
56 MG 1H 3200 1/1 0.91 0.18 79,79,79,79 0
56 MG 1H 3415 1/1 0.91 0.31 70T 0
56 MG 1G 1728 1/1 0.91 0.11 96,96,96,96 0
56 MG 1H 3618 1/1 0.91 0.36 | 104,104,104,104 0
56 MG 1G 1732 1/1 0.91 0.08 | 102,102,102,102 0
56 MG 1H 3476 1/1 0.91 0.08 92,92,92,92 0
56 MG 1G 1648 1/1 0.91 0.24 85,85,85,85 0
56 MG 1H 3170 1/1 0.91 0.17 73,73,73,73 0
56 MG 16 205 1/1 0.91 0.17 70,70,70,70 0
56 MG 13 1745 1/1 0.91 0.20 87,87,87,87 0
56 MG 14 3118 1/1 0.91 0.07 66,66,66,66 0
56 MG 1H 3173 1/1 0.91 0.14 67,67,67,67 0
56 MG 45 201 1/1 0.91 0.06 95,95,95,95 0
56 MG 1H 3285 1/1 0.91 1.01 85,85,85,85 0
56 MG 14 3126 1/1 0.91 0.24 | 102,102,102,102 0
56 MG 1H 3059 1/1 0.92 0.17 60,60,60,60 0
56 MG 14 3164 1/1 0.92 0.36 | 105,105,105,105 0
56 MG 14 3036 1/1 0.92 0.34 71,71,71,71 0
56 MG 1H 3098 1/1 0.92 0.18 66,66,66,66 0

Continued on next page...



Page 105

wwPDB X-ray Structure Validation Summary Report

6GSJ

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 14 3170 1/1 0.92 0.23 | 105,105,105,105 0
56 MG 1H 3366 1/1 0.92 0.08 89,89,89.,89 0
56 MG 14 3172 1/1 0.92 0.18 70T 0
56 MG 1H 3326 1/1 0.92 0.18 67,67,67,67 0
56 MG 13 1640 1/1 0.92 0.16 65,65,65,65 0
56 MG 1H 3052 1/1 0.92 0.10 41,41,41,41 0
56 MG 14 3044 1/1 0.92 0.09 71,71,71,71 0
56 MG 1H 3103 1/1 0.92 0.39 64,64,64,64 0
56 MG 1H 3376 1/1 0.92 0.26 | 113,113,113,113 0
56 MG 14 3185 1/1 0.92 0.31 78,78,78,78 0
56 MG 1G 1660 1/1 0.92 0.15 91,91,91,91 0
56 MG 1G 1731 1/1 0.92 0.08 99,99,99,99 0
56 MG 1H 3480 1/1 0.92 0.08 | 113,113,113,113 0
56 MG 13 1743 1/1 0.92 0.20 91,91,91,91 0
56 MG 1H 3105 1/1 0.92 0.15 54,54,54,54 0
56 MG 13 1787 1/1 0.92 0.18 | 109,109,109,109 0
56 MG 14 3056 1/1 0.92 0.09 80,80,80,80 0
56 MG 1H 3593 1/1 0.92 0.21 61,61,61,61 0
56 MG 1H 3393 1/1 0.92 0.12 65,65,65,65 0
56 MG 1H 3488 1/1 0.92 0.18 53,53,53,53 0
56 MG 14 3332 1/1 0.92 0.09 D7,57,57,57 0
56 MG 1G 1607 1/1 0.92 0.19 | 104,104,104,104 0
56 MG 1G 1608 1/1 0.92 0.17 | 108,108,108,108 0
56 MG 14 3070 1/1 0.92 0.14 72,72,72,72 0
56 MG 14 3345 1/1 0.92 0.10 89,89,89,89 0
56 MG 14 3349 1/1 0.92 0.09 60,60,60,60 0
56 MG 14 3212 1/1 0.92 0.43 91,91,91,91 0
56 MG 1H 3143 1/1 0.92 0.23 78,78,78,78 0
56 MG 14 3358 1/1 0.92 0.07 80,80,80,80 0
56 MG 1H 3493 1/1 0.92 0.15 48,48,48,48 0
56 MG 14 3362 1/1 0.92 0.08 96,96,96,96 0
56 MG 1H 3401 1/1 0.92 0.34 70T 0
56 MG 1G 1679 1/1 0.92 0.16 74,74,74,74 0
56 MG 1G 1755 1/1 0.92 0.05 | 119,119,119,119 0
56 MG 1H 3144 1/1 0.92 0.16 57,57,57,57 0
56 MG 2A 201 1/1 0.92 0.11 85,85,85,85 0
56 MG 1H 3405 1/1 0.92 0.24 80,80,80,80 0
56 MG 14 3221 1/1 0.92 0.10 88,88,88,88 0
56 MG 1H 3339 1/1 0.92 0.27 74,74,74,74 0
56 MG 1H 3066 1/1 0.92 0.20 66,66,66,66 0
56 MG 1B 101 1/1 0.92 0.17 92,92,92,92 0
56 MG 1H 3616 1/1 0.92 0.35 73,73,73,73 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 1G 1694 1/1 0.92 0.15 | 102,102,102,102 0
56 MG 1H 3221 1/1 0.92 0.34 89,89,89.,89 0
56 MG 1H 3620 1/1 0.92 0.05 73,73,73,73 0
56 MG 14 3003 1/1 0.92 0.13 A47.47,47.47 0
56 MG 14 3004 1/1 0.92 0.12 73,73,73,73 0
56 MG 14 3256 1/1 0.92 0.13 75,75,75,75 0
56 MG 14 3261 1/1 0.92 0.40 93,93,93,93 0
56 MG 1G 1628 1/1 0.92 0.31 89,89,89,89 0
56 MG 14 3263 1/1 0.92 0.41 81,81,81,81 0
56 MG 14 3007 1/1 0.92 0.10 61,61,61,61 0
56 MG 1H 3534 1/1 0.92 0.11 51,51,51,51 0
56 MG 1H 3310 1/1 0.92 0.15 82,82,82,82 0
56 MG 13 1735 1/1 0.92 0.33 85,85,85,85 0
56 MG 1G 1634 1/1 0.92 0.15 89,89,89,89 0
56 MG 14 3425 1/1 0.92 0.17 95,95,95,95 0
56 MG 14 3132 1/1 0.92 0.19 58,58,58,58 0
56 MG 13 1687 1/1 0.92 0.26 82,82,82,82 0
56 MG 13 1664 1/1 0.92 0.41 91,91,91,91 0
56 MG 14 3019 1/1 0.92 0.14 70,70,70,70 0
56 MG 14 3139 1/1 0.92 0.18 69,69,69,69 0
56 MG 1H 3287 1/1 0.92 0.79 80,80,80,80 0
56 MG 14 3141 1/1 0.92 0.32 74,74,74,74 0
56 MG 1H 3352 1/1 0.92 0.69 68,68,68,68 0
56 MG 14 3145 1/1 0.92 0.21 88,88,88,88 0
56 MG 1H 3557 1/1 0.92 0.09 59,59,59,59 0
56 MG 1H 3558 1/1 0.92 0.09 | 100,100,100,100 0
56 MG 1H 3131 1/1 0.92 0.26 65,65,65,65 0
56 MG 1H 3184 1/1 0.92 0.30 79,79,79,79 0
56 MG 1H 3157 1/1 0.92 0.24 78,78,78,78 0
56 MG 14 3288 1/1 0.92 0.32 94,94,94,94 0
56 MG 1H 3319 1/1 0.92 0.15 85,85,85,85 0
56 MG 1H 3570 1/1 0.92 0.11 54,54,54,54 0
56 MG 14 3161 1/1 0.92 0.20 66,66,66,66 0
56 MG 1H 3505 1/1 0.93 0.12 51,51,51,51 0
56 MG 1H 3506 1/1 0.93 0.15 58,58,58,58 0
56 MG 1H 3508 1/1 0.93 0.15 74,74,74,74 0
56 MG 1H 3513 1/1 0.93 0.23 83,83,83,83 0
56 MG 1H 3622 1/1 0.93 0.09 76,76,76,76 0
56 MG 1H 3371 1/1 0.93 0.76 72,72,72,72 0
56 MG 14 3192 1/1 0.93 0.09 70T 0
56 MG 1G 1730 1/1 0.93 0.08 72,72,72,72 0
56 MG 14 3313 1/1 0.93 0.05 82,82,82,82 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 14 3195 1/1 0.93 0.14 84,84,84,84 0
56 MG 1H 3519 1/1 0.93 0.25 73,73,73,73 0
56 MG 13 1634 1/1 0.93 0.19 | 118,118,118,118 0
56 MG 1G 1733 1/1 0.93 0.09 | 121,121,121,121 0
56 MG 1H 3521 1/1 0.93 0.13 66,66,66,66 0
56 MG 14 3066 1/1 0.93 0.24 67,67,67,67 0
56 MG 1H 3199 1/1 0.93 0.08 | 116,116,116,116 0
56 MG 13 1750 1/1 0.93 0.09 | 122,122,122,122 0
56 MG 1H 3380 1/1 0.93 0.26 66,66,66,66 0
56 MG 1H 3529 1/1 0.93 0.12 49,49,49,49 0
56 MG 1H 3327 1/1 0.93 0.30 65,65,65,65 0
56 MG 14 3339 1/1 0.93 0.08 61,61,61,61 0
56 MG 13 1643 1/1 0.93 0.29 78,78,78,78 0
56 MG 13 1646 1/1 0.93 0.19 58,58,58,58 0
56 MG 1H 3540 1/1 0.93 0.05 85,85,85,85 0
56 MG 1G 1662 1/1 0.93 0.30 96,96,96,96 0
56 MG 14 3346 1/1 0.93 0.07 60,60,60,60 0
56 MG 1G 1751 1/1 0.93 0.13 95,95,95,95 0
56 MG 1H 3169 1/1 0.93 0.22 56,56,56,56 0
56 MG 14 3083 1/1 0.93 0.15 73,73,73,73 0
56 MG 14 3354 1/1 0.93 0.06 68,68,68,68 0
56 MG 1H 3129 1/1 0.93 0.23 70T 0
56 MG 13 1780 1/1 0.93 0.07 | 106,106,106,106 0
56 MG 1H 3133 1/1 0.93 0.20 67,67,67,67 0
56 MG 14 3223 1/1 0.93 0.08 93,93,93,93 0
56 MG 1H 3556 1/1 0.93 0.11 58,58,58,58 0
56 MG 13 1612 1/1 0.93 0.16 71,71,71,71 0
56 MG 1H 3460 1/1 0.93 0.16 94,94,94,94 0
56 MG 1H 3561 1/1 0.93 0.12 78,78,78,78 0
56 MG 13 1760 1/1 0.93 0.15 | 127,127,127,127 0
56 MG 1H 3338 1/1 0.93 0.16 83,83,83,83 0
56 MG 1H 3061 1/1 0.93 0.20 66,66,66,66 0
56 MG 14 3378 1/1 0.93 0.11 69,69,69,69 0
56 MG 14 3379 1/1 0.93 0.06 66,66,66,66 0
56 MG 1H 3003 1/1 0.93 0.17 56,56,56,56 0
56 MG 14 3383 1/1 0.93 0.09 62,62,62,62 0
56 MG 14 3251 1/1 0.93 0.24 70T 0
56 MG 1G 1681 1/1 0.93 0.22 89,89,89,89 0
56 MG 1H 3091 1/1 0.93 0.20 68,68,68,68 0
56 MG 1H 3467 1/1 0.93 0.14 | 102,102,102,102 0
56 MG 13 1739 1/1 0.93 0.26 74,74,74,74 0
56 MG 1H 3302 1/1 0.93 0.07 98,98,98,98 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 14 3265 1/1 0.93 0.16 83,83,83,83 0
56 MG 1G 1691 1/1 0.93 0.33 | 106,106,106,106 0
56 MG 14 3406 1/1 0.93 0.07 60,60,60,60 0
56 MG 1H 3064 1/1 0.93 0.08 59,59,59,59 0
56 MG 13 1708 1/1 0.93 0.22 76,76,76,76 0
56 MG 1H 3011 1/1 0.93 0.12 46,46,46,46 0
56 MG 1G 1610 1/1 0.93 0.22 83,83,83,83 0
56 MG 13 1677 1/1 0.93 0.26 94,94,94,94 0
56 MG 1G 1615 1/1 0.93 0.32 87,87,87,87 0
56 MG 14 3020 1/1 0.93 0.27 55,55,55,55 0
56 MG 13 1620 1/1 0.93 0.40 69,69,69,69 0
56 MG 14 3151 1/1 0.93 0.34 88,88,88,88 0
56 MG 1H 3583 1/1 0.93 0.17 52,52,52,52 0
56 MG 1H 3355 1/1 0.93 0.36 62,62,62,62 0
56 MG 1H 3478 1/1 0.93 0.17 68,68,68,68 0
56 MG 13 1795 1/1 0.93 0.15 | 100,100,100,100 0
56 MG 13 1654 1/1 0.93 0.32 86,86,86,86 0
56 MG 13 1800 1/1 0.93 0.20 | 118,118,118,118 0
56 MG 1J 201 1/1 0.93 0.30 95,95,95,95 0
56 MG 1H 3048 1/1 0.93 0.27 67,67,67,67 0
56 MG 1J 203 1/1 0.93 0.10 98,98,98,98 0
56 MG 14 3033 1/1 0.93 0.13 86,86,86,86 0
56 MG 1H 3363 1/1 0.93 0.22 83,83,83,83 0
56 MG 1H 3154 1/1 0.93 0.17 74,74,74,74 0
56 MG 1G 1713 1/1 0.93 0.08 | 119,119,119,119 0
56 MG 1H 3156 1/1 0.93 0.40 69,69,69,69 0
56 MG 13 1616 1/1 0.93 0.38 79,79,79,79 0
56 MG 1H 3601 1/1 0.93 0.09 84,84,84,84 0
56 MG 1H 3368 1/1 0.93 0.22 | 106,106,106,106 0
56 MG 1H 3496 1/1 0.93 0.12 66,66,66,66 0
56 MG 13 1713 1/1 0.93 0.22 82,82,82,82 0
56 MG 1H 3501 1/1 0.93 0.12 57,57,57,57 0
56 MG 1H 3502 1/1 0.94 0.15 49,49,49,49 0
56 MG 1H 3161 1/1 0.94 0.23 76,76,76,76 0
56 MG 1H 3108 1/1 0.94 0.29 87,87,87,87 0
56 MG 1H 3245 1/1 0.94 0.23 57,57,57,57 0
56 MG 1H 3512 1/1 0.94 0.13 65,65,65,65 0
56 MG 13 1615 1/1 0.94 0.23 | 103,103,103,103 0
56 MG 1H 3431 1/1 0.94 0.13 54,54,54,54 0
56 MG 1H 3432 1/1 0.94 0.14 83,83,83,83 0
56 MG 14 3146 1/1 0.94 0.27 83,83,83,83 0
56 MG 1H 3357 1/1 0.94 0.30 66,66,66,66 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 16 208 1/1 0.94 0.30 95,95,95,95 0
56 MG 14 3153 1/1 0.94 0.18 90,90,90,90 0
56 MG 1H 3017 1/1 0.94 0.18 51,51,51,51 0
56 MG 1H 3018 1/1 0.94 0.17 49,49,49.,49 0
56 MG 1G 1668 1/1 0.94 0.30 | 106,106,106,106 0
56 MG 1H 3125 1/1 0.94 0.16 52,52,52,52 0
56 MG 16 212 1/1 0.94 0.37 65,65,65,65 0
56 MG 14 3159 1/1 0.94 0.20 66,66,66,66 0
56 MG 1H 3257 1/1 0.94 0.27 82,82,82,82 0
56 MG 1H 3527 1/1 0.94 0.17 50,50,50,50 0
56 MG 13 1754 1/1 0.94 0.25 | 108,108,108,108 0
56 MG 14 3016 1/1 0.94 0.17 51,51,51,51 0
56 MG 1H 3532 1/1 0.94 0.14 85,85,85,85 0
56 MG 14 3314 1/1 0.94 0.12 | 126,126,126,126 0
56 MG 1H 3365 1/1 0.94 0.18 83,83,83,83 0
56 MG 14 3169 1/1 0.94 1.10 73,73,73,73 0
56 MG 1H 3171 1/1 0.94 0.24 90,90,90,90 0
56 MG 14 3021 1/1 0.94 0.19 A7, 47,4747 0
56 MG 14 3022 1/1 0.94 0.10 78,78,78,78 0
56 MG 1H 3262 1/1 0.94 0.65 73,73,73,73 0
56 MG 14 3175 1/1 0.94 0.11 70,70,70,70 0
56 MG 1H 3538 1/1 0.94 0.10 46,46,46,46 0
56 MG 13 1803 1/1 0.94 0.06 97,97,97,97 0
56 MG 1G 1689 1/1 0.94 0.31 81,81,81,81 0
56 MG 1H 3369 1/1 0.94 0.81 95,95,95,95 0
56 MG 14 3333 1/1 0.94 0.10 80,80,80,80 0
56 MG 13 1679 1/1 0.94 0.36 83,83,83,83 0
56 MG 1G 1692 1/1 0.94 0.35 87,87,87,87 0
56 MG 14 3341 1/1 0.94 0.11 46,46,46,46 0
56 MG 14 3031 1/1 0.94 0.18 63,63,63,63 0
56 MG 1H 3022 1/1 0.94 0.16 51,51,51,51 0
56 MG 1H 3454 1/1 0.94 0.14 93,93,93,93 0
56 MG 13 1604 1/1 0.94 0.08 70T 0
56 MG 3B 301 1/1 0.94 0.11 | 121,121,121,121 0
56 MG I8 101 1/1 0.94 0.20 83,83,83,83 0
56 MG 13 1781 1/1 0.94 0.07 97,97,97,97 0
56 MG Q8 101 1/1 0.94 0.19 68,68,68,68 0
56 MG 1G 1700 1/1 0.94 0.28 | 113,113,113,113 0
56 MG 14 3359 1/1 0.94 0.09 | 105,105,105,105 0
56 MG 14 3204 1/1 0.94 0.24 76,76,76,76 0
56 MG 1H 3559 1/1 0.94 0.10 73,73,73,73 0
56 MG 14 3363 1/1 0.94 0.04 98,98,98,98 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 1H 3560 1/1 0.94 0.12 84,84,84,84 0
56 MG 14 3207 1/1 0.94 0.18 67,67,67,67 0
56 MG 13 1740 1/1 0.94 0.47 76,76,76,76 0
56 MG 1H 3381 1/1 0.94 0.06 97,97,97,97 0
56 MG 1H 3322 1/1 0.94 0.09 94,94,94,94 0
56 MG 13 1618 1/1 0.94 0.12 97,97,97,97 0
56 MG 14 3050 1/1 0.94 0.09 62,62,62,62 0
56 MG 13 1602 1/1 0.94 0.18 59,59,59,59 0
56 MG 1H 3274 1/1 0.94 0.29 79,79,79,79 0
56 MG 13 1633 1/1 0.94 0.23 82,82,82,82 0
56 MG 1H 3399 1/1 0.94 0.31 61,61,61,61 0
56 MG 14 3382 1/1 0.94 0.06 88,88,88,88 0
56 MG 1G 1614 1/1 0.94 0.12 71,71,71,71 0
56 MG 1H 3400 1/1 0.94 0.29 48,48,48,48 0
56 MG 1H 3577 1/1 0.94 0.10 49,49,49.49 0
56 MG 14 3390 1/1 0.94 0.12 66,66,66,66 0
56 MG 14 3058 1/1 0.94 0.10 78,78,78,78 0
56 MG 13 1661 1/1 0.94 0.20 75,75,75,75 0
56 MG 14 3398 1/1 0.94 0.09 81,81,81,81 0
56 MG 1H 3008 1/1 0.94 0.11 47,4747 .47 0
56 MG 1G 1719 1/1 0.94 0.11 | 112,112,112,112 0
56 MG 1H 3224 1/1 0.94 0.32 85,85,85,85 0
56 MG 14 3404 1/1 0.94 0.16 85,85,85,85 0
56 MG 1G 1622 1/1 0.94 0.23 87,87,87,87 0
56 MG 1H 3406 1/1 0.94 0.29 91,91,91,91 0
56 MG 14 3408 1/1 0.94 0.14 91,91,91,91 0
56 MG 1H 3225 1/1 0.94 0.16 76,76,76,76 0
56 MG 1H 3226 1/1 0.94 0.13 7T 0
56 MG 14 3412 1/1 0.94 0.04 | 102,102,102,102 0
56 MG 14 3413 1/1 0.94 0.04 93,93,93,93 0
56 MG 14 3417 1/1 0.94 0.12 80,80,80,80 0
56 MG 14 3236 1/1 0.94 0.20 69,69,69,69 0
56 MG 14 3237 1/1 0.94 0.28 81,81,81,81 0
56 MG 1H 3584 1/1 0.94 0.06 58,58,58,58 0
56 MG 1H 3585 1/1 0.94 0.19 95,95,95,95 0
56 MG 14 3422 1/1 0.94 0.14 72,72,72,72 0
56 MG 14 3241 1/1 0.94 0.18 59,59,59,59 0
56 MG 1G 1629 1/1 0.94 0.36 84,84,84,84 0
56 MG 1H 3586 1/1 0.94 0.08 53,53,53,53 0
56 MG 1H 3587 1/1 0.94 0.13 51,51,51,51 0
56 MG 13 1715 1/1 0.94 0.28 | 102,102,102,102 0
56 MG 14 3431 1/1 0.94 0.12 | 104,104,104,104 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 13 1732 1/1 0.94 0.15 65,65,65,65 0
56 MG 1H 3037 1/1 0.94 0.14 57,57,57,57 0
56 MG 1H 3286 1/1 0.94 1.15 68,68,68,68 0
56 MG 13 1717 1/1 0.94 0.18 98,98,98,98 0
56 MG 1H 3150 1/1 0.94 0.17 88,88,88,88 0
56 MG 13 1655 1/1 0.94 0.25 94,94,94,94 0
56 MG 1H 3013 1/1 0.94 0.19 42,42,42 42 0
56 MG 1J 204 1/1 0.94 0.12 95,95,95,95 0
56 MG 1H 3042 1/1 0.94 0.35 79,79,79,79 0
56 MG 1H 3344 1/1 0.94 0.22 89,89,89,89 0
56 MG 1H 3491 1/1 0.94 0.16 57,57,57,57 0
56 MG 14 3123 1/1 0.94 0.19 86,86,86,86 0
56 MG 1H 3015 1/1 0.94 0.20 47.47,47.47 0
56 MG 1H 3106 1/1 0.94 0.17 70T 0
56 MG 1H 3074 1/1 0.94 0.10 57,57,57,57 0
56 MG 1H 3613 1/1 0.94 0.09 78,78,78,78 0
56 MG 1G 1754 1/1 0.94 0.08 | 104,104,104,104 0
56 MG 1H 3423 1/1 0.94 0.33 74,74,74,74 0
56 MG 1H 3615 1/1 0.94 0.06 | 108,108,108,108 0
56 MG 14 3136 1/1 0.95 0.24 58,58,58,58 0
56 MG 1H 3433 1/1 0.95 0.15 51,51,51,51 0
56 MG 16 201 1/1 0.95 0.29 79,79,79,79 0
56 MG 2L 101 1/1 0.95 0.23 86,86,86,86 0
56 MG 13 1638 1/1 0.95 0.34 85,85,85,85 0
56 MG 16 203 1/1 0.95 0.12 85,85,85,85 0
56 MG 1H 3234 1/1 0.95 0.12 67,67,67,67 0
56 MG 14 3148 1/1 0.95 0.30 84,84,84,84 0
56 MG 1H 3088 1/1 0.95 0.10 62,62,62,62 0
56 MG 14 3150 1/1 0.95 0.12 73,73,73,73 0
56 MG 14 3301 1/1 0.95 0.19 85,85,85,85 0
56 MG 13 1731 1/1 0.95 0.30 75,75,75,75 0
56 MG 1H 3190 1/1 0.95 0.15 80,80,80,80 0
56 MG 13 1771 1/1 0.95 0.14 81,81,81,81 0
56 MG 1H 3443 1/1 0.95 0.18 74,74,74,74 0
56 MG 1H 3024 1/1 0.95 0.13 54,54,54,54 0
56 MG 13 1772 1/1 0.95 0.09 93,93,93,93 0
56 MG 1H 3242 1/1 0.95 0.26 82,82,82,82 0
56 MG 1H 3243 1/1 0.95 0.20 60,60,60,60 0
56 MG 11 301 1/1 0.95 0.30 47.47,47.47 0
56 MG 14 3014 1/1 0.95 0.08 50,50,50,50 0
56 MG 14 3015 1/1 0.95 0.06 51,51,51,51 0
56 MG 1H 3147 1/1 0.95 0.26 83,83,83,83 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 13 1647 1/1 0.95 0.13 97,97,97,97 0
56 MG 21 303 1/1 0.95 0.23 51,51,51,51 0
56 MG 1H 3246 1/1 0.95 0.21 81,81,81,81 0
56 MG 1H 3149 1/1 0.95 0.24 64,64,64,64 0
56 MG 1H 3552 1/1 0.95 0.12 78,78,78,78 0
56 MG 1G 1686 1/1 0.95 0.32 69,69,69,69 0
56 MG 1H 3553 1/1 0.95 0.07 62,62,62,62 0
56 MG 14 3325 1/1 0.95 0.17 63,63,63,63 0
56 MG 14 3174 1/1 0.95 0.25 81,81,81,81 0
56 MG 14 3331 1/1 0.95 0.19 82,82,82,82 0
56 MG 1G 1688 1/1 0.95 0.19 89,89,89,89 0
56 MG 13 1733 1/1 0.95 0.11 64,64,64,64 0
56 MG 14 3334 1/1 0.95 0.07 51,51,51,51 0
56 MG 14 3335 1/1 0.95 0.12 57,57,57,57 0
56 MG 14 3177 1/1 0.95 0.14 92,92,92,92 0
56 MG 13 1775 1/1 0.95 0.05 68,68,68,68 0
56 MG 1H 3375 1/1 0.95 0.17 70,70,70,70 0
56 MG 14 3182 1/1 0.95 0.10 91,91,91,91 0
56 MG 1H 3253 1/1 0.95 0.21 72,72,72,72 0
56 MG 1H 3314 1/1 0.95 0.12 72,72,72,72 0
56 MG 1H 3255 1/1 0.95 0.22 75,75,75,75 0
56 MG 1H 3152 1/1 0.95 0.26 75,75,75,75 0
56 MG BI 201 1/1 0.95 0.10 | 113,113,113,113 0
56 MG 1H 3563 1/1 0.95 0.06 81,81,81,81 0
56 MG 1H 3464 1/1 0.95 0.11 71,71,71,71 0
56 MG 14 3356 1/1 0.95 0.13 81,81,81,81 0
56 MG 1H 3258 1/1 0.95 0.27 | 115,115,115,115 0
56 MG 1G 1602 1/1 0.95 0.11 83,83,83,83 0
56 MG 14 3196 1/1 0.95 0.13 78,78,78,78 0
56 MG 1H 3388 1/1 0.95 0.26 54,54,54,54 0
56 MG 13 1751 1/1 0.95 0.28 | 106,106,106,106 0
56 MG 1H 3321 1/1 0.95 0.07 99,99,99,99 0
56 MG 1G 1704 1/1 0.95 0.07 85,85,85,85 0
56 MG 13 1719 1/1 0.95 0.14 | 106,106,106,106 0
56 MG 13 1628 1/1 0.95 0.18 79,79,79,79 0
56 MG 1H 3576 1/1 0.95 0.06 68,68,68,68 0
56 MG 14 3048 1/1 0.95 0.29 66,66,66,66 0
56 MG 14 3370 1/1 0.95 0.07 70,70,70,70 0
56 MG 14 3049 1/1 0.95 0.10 89,89,89,89 0
56 MG 13 1755 1/1 0.95 0.06 94,94,94,94 0
56 MG 1H 3325 1/1 0.95 0.09 90,90,90,90 0
56 MG 1G 1711 1/1 0.95 0.11 | 109,109,109,109 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 1H 3159 1/1 0.95 0.21 66,66,66,66 0
56 MG 1H 3474 1/1 0.95 0.05 83,83,83,83 0
56 MG 1H 3475 1/1 0.95 0.19 58,58,58,58 0
56 MG 1H 3208 1/1 0.95 0.29 86,86,86,86 0
56 MG 14 3387 1/1 0.95 0.11 61,61,61,61 0
56 MG 1H 3035 1/1 0.95 0.27 90,90,90,90 0
56 MG 1G 1618 1/1 0.95 0.11 74,74,74,74 0
56 MG 1H 3069 1/1 0.95 0.21 80,80,80,80 0
56 MG 1H 3006 1/1 0.95 0.18 52,52,52,52 0
56 MG 14 3395 1/1 0.95 0.10 89,89,89,89 0
56 MG 1H 3007 1/1 0.95 0.07 60,60,60,60 0
56 MG 1G 1623 1/1 0.95 0.18 86,86,86,86 0
56 MG 1H 3411 1/1 0.95 0.17 71,71,71,71 0
56 MG 1H 3588 1/1 0.95 0.15 52,52,52,52 0
56 MG 1H 3072 1/1 0.95 0.09 86,86,86,86 0
56 MG 14 3227 1/1 0.95 0.12 75,75,75,75 0
56 MG 1H 3115 1/1 0.95 0.12 69,69,69,69 0
56 MG 14 3407 1/1 0.95 0.14 84,84,84,84 0
56 MG 1H 3485 1/1 0.95 0.11 55,55,55,55 0
56 MG 14 3232 1/1 0.95 0.17 66,66,66,66 0
56 MG 13 1785 1/1 0.95 0.25 | 105,105,105,105 0
56 MG 13 1649 1/1 0.95 0.23 76,76,76,76 0
56 MG 13 1722 1/1 0.95 0.26 99,99,99,99 0
56 MG 13 1738 1/1 0.95 0.21 96,96,96,96 0
56 MG 13 1791 1/1 0.95 0.09 85,85,85,85 0
56 MG 13 1676 1/1 0.95 0.13 68,68,68,68 0
56 MG 1G 1636 1/1 0.95 0.26 99,99,99,99 0
56 MG 14 3248 1/1 0.95 0.20 80,80,80,80 0
56 MG 14 3089 1/1 0.95 0.20 72,72,72,72 0
56 MG 13 1652 1/1 0.95 0.16 75,75,75,75 0
56 MG 1H 3600 1/1 0.95 0.10 84,84,84,84 0
56 MG 13 1701 1/1 0.95 0.88 95,95,95,95 0
56 MG 1H 3135 1/1 0.95 0.30 59,59,59,59 0
56 MG 14 3428 1/1 0.95 0.08 81,81,81,81 0
56 MG 1G 1744 1/1 0.95 0.17 | 101,101,101,101 0
56 MG 1H 3606 1/1 0.95 0.12 85,85,85,85 0
56 MG 14 3105 1/1 0.95 0.18 64,64,64,64 0
56 MG 14 3107 1/1 0.95 0.19 68,68,68,68 0
56 MG 14 3108 1/1 0.95 0.16 81,81,81,81 0
56 MG 14 3269 1/1 0.95 0.21 80,80,80,80 0
56 MG 1H 3504 1/1 0.95 0.10 56,56,56,56 0
56 MG 14 3111 1/1 0.95 0.24 78,78,78,78 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 1G 1644 1/1 0.95 0.17 | 100,100,100,100 0
56 MG 1H 3181 1/1 0.95 0.67 71,71,71,71 0
56 MG 1G 1749 1/1 0.95 0.08 | 114,114,114,114 0
56 MG 1H 3611 1/1 0.95 0.12 88,88,88,88 0
56 MG 1H 3081 1/1 0.95 0.25 91,91,91,91 0
56 MG 29 303 1/1 0.95 0.17 64,64,64,64 0
56 MG 1H 3348 1/1 0.95 0.18 87,87,87,87 0
56 MG 1H 3511 1/1 0.95 0.13 42,42.42 /42 0
56 MG 13 1796 1/1 0.95 0.08 79,79,79,79 0
56 MG 14 3131 1/1 0.95 0.38 78,78,78,78 0
56 MG 13 1626 1/1 0.95 0.05 78,78,78,78 0
56 MG 1H 3619 1/1 0.95 0.08 55,55,55,55 0
56 MG 13 1635 1/1 0.95 0.23 75,75,75,75 0
56 MG 13 1632 1/1 0.95 0.30 86,86,86,86 0
56 MG E5 101 1/1 0.95 0.18 67,67,67,67 0
58 ZN 5A 101 1/1 0.95 0.09 | 125,125,125,125 0
56 MG 14 3060 1/1 0.96 0.10 64,64,64,64 0
56 MG 14 3061 1/1 0.96 0.09 74,74,74,74 0
56 MG 14 3187 1/1 0.96 0.18 62,62,62,62 0
56 MG 1H 3427 1/1 0.96 0.25 64,64,64,64 0
56 MG bE 201 1/1 0.96 0.15 79,79,79,79 0
56 MG 13 1794 1/1 0.96 0.09 79,79,79,79 0
56 MG 1H 3178 1/1 0.96 0.14 91,91,91,91 0
56 MG 1H 3085 1/1 0.96 0.18 46,46,46,46 0
56 MG 14 3069 1/1 0.96 0.31 85,85,85,85 0
56 MG 1H 3494 1/1 0.96 0.12 40,40,40,40 0
56 MG 1H 3495 1/1 0.96 0.08 48,48,48,48 0
56 MG 14 3327 1/1 0.96 0.09 63,63,63,63 0
56 MG 14 3328 1/1 0.96 0.08 58,58,58,58 0
56 MG 14 3329 1/1 0.96 0.10 57,57,57,57 0
56 MG 1G 1750 1/1 0.96 0.06 | 109,109,109,109 0
56 MG 14 3203 1/1 0.96 0.65 83,83,83,83 0
56 MG I8 102 1/1 0.96 0.05 66,66,66,66 0
56 MG 1H 3211 1/1 0.96 0.19 80,80,80,80 0
56 MG 1H 3111 1/1 0.96 0.20 54,54,54,54 0
56 MG 1H 3330 1/1 0.96 0.43 70,70,70,70 0
56 MG 1H 3377 1/1 0.96 0.24 49,49,49.49 0
56 MG 1G 1676 1/1 0.96 0.14 81,81,81,81 0
56 MG 1H 3438 1/1 0.96 0.07 94,94,94,94 0
56 MG 1G 1680 1/1 0.96 0.26 69,69,69,69 0
56 MG 14 3085 1/1 0.96 0.27 62,62,62,62 0
56 MG 1H 3112 1/1 0.96 0.15 57,57,57,57 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA 201 1/1 0.96 0.07 | 102,102,102,102 0
56 MG 1H 3440 1/1 0.96 0.14 59,59,59,59 0
56 MG 1G 1684 1/1 0.96 0.07 89,89,89.89 0
56 MG 1H 3507 1/1 0.96 0.18 65,65,65,65 0
56 MG 5l 102 1/1 0.96 0.33 | 100,100,100,100 0
56 MG 1H 3509 1/1 0.96 0.09 70T 0
56 MG 1H 3215 1/1 0.96 0.40 61,61,61,61 0
56 MG 14 3106 1/1 0.96 0.26 80,80,80,80 0
56 MG 1H 3114 1/1 0.96 0.42 90,90,90,90 0
56 MG 14 3361 1/1 0.96 0.07 80,80,80,80 0
56 MG 1G 1611 1/1 0.96 0.15 86,86,86,86 0
56 MG 14 3109 1/1 0.96 0.20 69,69,69,69 0
56 MG 13 1782 1/1 0.96 0.09 81,81,81,81 0
56 MG 14 3005 1/1 0.96 0.16 58,58,58,58 0
56 MG 14 3116 1/1 0.96 0.19 57,57,57,57 0
56 MG 1H 3051 1/1 0.96 0.10 46,46,46,46 0
56 MG 14 3231 1/1 0.96 0.23 57,57,57,57 0
56 MG 14 3122 1/1 0.96 0.25 55,55,55,55 0
56 MG 1H 3390 1/1 0.96 0.20 53,53,53,53 0
56 MG 14 3371 1/1 0.96 0.13 84,84,84,84 0
56 MG 1H 3391 1/1 0.96 0.24 61,61,61,61 0
56 MG 1H 3451 1/1 0.96 0.34 85,85,85,85 0
56 MG 14 3374 1/1 0.96 0.15 55,55,55,55 0
56 MG 14 3376 1/1 0.96 0.09 75,75,75,75 0
56 MG 14 3238 1/1 0.96 0.27 85,85,85,85 0
56 MG 1H 3392 1/1 0.96 0.25 54,54,54,54 0
56 MG 1H 3602 1/1 0.96 0.06 88,88,88,88 0
56 MG 1H 3119 1/1 0.96 0.37 76,76,76,76 0
56 MG 14 3243 1/1 0.96 0.11 52,52,52,52 0
56 MG 1H 3394 1/1 0.96 0.31 67,67,67,67 0
56 MG 14 3386 1/1 0.96 0.12 54,54,54,54 0
56 MG 14 3246 1/1 0.96 0.32 86,86,86,86 0
56 MG 1H 3089 1/1 0.96 0.14 62,62,62,62 0
56 MG 14 3389 1/1 0.96 0.09 54,54,54,54 0
56 MG 1H 3397 1/1 0.96 0.34 60,60,60,60 0
56 MG 14 3254 1/1 0.96 0.32 55,55,55,55 0
56 MG 14 3392 1/1 0.96 0.07 62,62,62,62 0
56 MG 14 3017 1/1 0.96 0.19 70T 0
56 MG 14 3258 1/1 0.96 0.27 50,50,50,50 0
56 MG 14 3397 1/1 0.96 0.18 70,70,70,70 0
56 MG 14 3260 1/1 0.96 0.29 91,91,91,91 0
56 MG 1H 3299 1/1 0.96 0.25 87,87,87,87 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 1H 3123 1/1 0.96 0.16 70,70,70,70 0
56 MG 13 1695 1/1 0.96 0.15 86,86,86,86 0
56 MG 1H 3402 1/1 0.96 0.14 58,58,58,58 0
56 MG 13 1797 1/1 0.96 0.13 | 105,105,105,105 0
56 MG 1H 3539 1/1 0.96 0.06 76,76,76,76 0
56 MG 14 3142 1/1 0.96 0.14 70,70,70,70 0
56 MG 13 1798 1/1 0.96 0.22 80,80,80,80 0
56 MG 1G 1632 1/1 0.96 0.27 83,83,83,83 0
56 MG 1H 3541 1/1 0.96 0.07 75,75,75,75 0
56 MG 14 3271 1/1 0.96 0.22 73,73,73,73 0
56 MG 1H 3306 1/1 0.96 0.28 87,87,87,87 0
56 MG 14 3414 1/1 0.96 0.11 86,86,86,86 0
56 MG 14 3415 1/1 0.96 0.09 | 101,101,101,101 0
56 MG 14 3416 1/1 0.96 0.09 98,98,98,98 0
56 MG 1H 3544 1/1 0.96 0.16 57,57,57,57 0
56 MG 1H 3545 1/1 0.96 0.04 63,63,63,63 0
56 MG 1H 3346 1/1 0.96 0.24 91,91,91,91 0
56 MG 14 3152 1/1 0.96 0.10 70T 0
56 MG 1H 3130 1/1 0.96 0.25 70,70,70,70 0
56 MG 16 204 1/1 0.96 0.24 70T 0
56 MG 13 1691 1/1 0.96 0.28 94,94,94,94 0
56 MG 1H 3349 1/1 0.96 1.26 74,74,74,74 0
56 MG 14 3282 1/1 0.96 0.23 67,67,67,67 0
56 MG 1H 3350 1/1 0.96 0.15 85,85,85,85 0
56 MG 14 3037 1/1 0.96 0.13 61,61,61,61 0
56 MG 1H 3094 1/1 0.96 0.11 48,48,48,48 0
56 MG 14 3430 1/1 0.96 0.10 90,90,90,90 0
56 MG 13 1786 1/1 0.96 0.06 65,65,65,65 0
56 MG 14 3040 1/1 0.96 0.16 62,62,62,62 0
56 MG 1G 1724 1/1 0.96 0.08 75,75,75,75 0
56 MG 1H 3057 1/1 0.96 0.21 52,52,52,52 0
56 MG 13 1761 1/1 0.96 0.09 | 110,110,110,110 0
56 MG 14 3167 1/1 0.96 0.15 81,81,81,81 0
56 MG 13 1644 1/1 0.96 0.26 89,89,89,89 0
56 MG 1H 3232 1/1 0.96 0.30 82,82,82,82 0
56 MG 14 3295 1/1 0.96 0.24 91,91,91,91 0
56 MG 1H 3273 1/1 0.96 0.08 73,73,73,73 0
56 MG 13 1776 1/1 0.96 0.10 93,93,93,93 0
56 MG 13 1744 1/1 0.96 0.17 81,81,81,81 0
56 MG 13 1770 1/1 0.96 0.10 89,89,89,89 0
56 MG 1H 3566 1/1 0.96 0.08 93,93,93,93 0
56 MG 1H 3203 1/1 0.96 0.09 70,70,70,70 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 1H 3320 1/1 0.96 0.11 94,94,94,94 0
56 MG 1G 1737 1/1 0.96 0.13 | 127,127,127,127 0
56 MG 13 1617 1/1 0.96 0.08 84,84,84,84 0
56 MG 1H 3045 1/1 0.96 0.15 75,75,75,75 0
56 MG 45 202 1/1 0.96 0.23 84,84,84,84 0
56 MG 14 3180 1/1 0.96 0.29 82,82,82,82 0
56 MG 1G 1740 1/1 0.96 0.17 93,93,93,93 0
56 MG 1G 1741 1/1 0.96 0.12 98,98,98,98 0
56 MG 1H 3175 1/1 0.96 0.10 | 103,103,103,103 0
56 MG 14 3181 1/1 0.97 0.08 87,87,87,87 0
56 MG 1H 3005 1/1 0.97 0.23 56,56,56,56 0
56 MG 1H 3164 1/1 0.97 0.18 78,78,78,78 0
56 MG 1H 3497 1/1 0.97 0.12 40,40,40,40 0
56 MG 14 3112 1/1 0.97 0.20 83,83,83,83 0
56 MG 1H 3383 1/1 0.97 0.14 58,58,58,58 0
56 MG 14 3117 1/1 0.97 0.31 79,79,79,79 0
56 MG 14 3274 1/1 0.97 0.27 64,64,64,64 0
56 MG 14 3189 1/1 0.97 0.14 63,63,63,63 0
56 MG 1H 3500 1/1 0.97 0.14 43,43,43,43 0
56 MG 14 3119 1/1 0.97 0.14 91,91,91,91 0
56 MG 14 3120 1/1 0.97 0.23 70,70,70,70 0
56 MG 1H 3546 1/1 0.97 0.15 60,60,60,60 0
56 MG 1H 3385 1/1 0.97 0.23 75,75,75,75 0
56 MG 1H 3549 1/1 0.97 0.08 61,61,61,61 0
56 MG 1H 3050 1/1 0.97 0.18 51,51,51,51 0
56 MG 14 3375 1/1 0.97 0.09 75,75,75,75 0
56 MG 14 3199 1/1 0.97 0.29 67,67,67,67 0
56 MG 1H 3551 1/1 0.97 0.07 53,53,53,53 0
56 MG 1H 3027 1/1 0.97 0.18 40,40,40,40 0
56 MG 1H 3442 1/1 0.97 0.12 73,73,73,73 0
56 MG 14 3381 1/1 0.97 0.12 89,89,89,89 0
56 MG 13 1777 1/1 0.97 0.12 69,69,69,69 0
56 MG 1H 3295 1/1 0.97 0.18 65,65,65,65 0
56 MG 14 3384 1/1 0.97 0.14 81,81,81,81 0
56 MG 1H 3117 1/1 0.97 0.17 59,59,59,59 0
56 MG 14 3059 1/1 0.97 0.16 41,41,41,41 0
56 MG 13 1692 1/1 0.97 0.27 | 102,102,102,102 0
56 MG 1H 3120 1/1 0.97 0.29 75,75,75,75 0
56 MG 14 3293 1/1 0.97 0.23 81,81,81,81 0
56 MG 14 3063 1/1 0.97 0.12 80,80,80,80 0
56 MG 14 3138 1/1 0.97 0.11 71,71,71,71 0
56 MG 14 3296 1/1 0.97 0.18 68,68,68,68 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 1H 3449 1/1 0.97 0.07 88,88,88,88 0
56 MG BI 202 1/1 0.97 0.15 | 122,122,122,122 0
56 MG 1H 3514 1/1 0.97 0.13 84,84,84,84 0
56 MG 1G 1640 1/1 0.97 0.11 82,82,82,82 0
56 MG 1G 1736 1/1 0.97 0.09 | 111,111,111,111 0
56 MG 14 3401 1/1 0.97 0.06 85,85,85,85 0
56 MG 14 3302 1/1 0.97 0.12 56,56,56,56 0
56 MG 14 3144 1/1 0.97 0.13 65,65,65,65 0
56 MG 14 3305 1/1 0.97 0.13 60,60,60,60 0
56 MG 1H 3609 1/1 0.97 0.07 90,90,90,90 0
56 MG 1H 3260 1/1 0.97 0.28 69,69,69,69 0
56 MG 1H 3517 1/1 0.97 0.10 54,54,54,54 0
56 MG 13 1645 1/1 0.97 0.14 74,74,74,74 0
56 MG 14 3409 1/1 0.97 0.06 80,80,80,80 0
56 MG 1G 1645 1/1 0.97 0.14 | 101,101,101,101 0
56 MG 13 1752 1/1 0.97 0.07 86,86,86,86 0
56 MG 1H 3303 1/1 0.97 0.33 | 106,106,106,106 0
56 MG 1H 3263 1/1 0.97 0.20 64,64,64,64 0
56 MG 14 3226 1/1 0.97 0.31 60,60,60,60 0
56 MG 1G 1649 1/1 0.97 0.14 90,90,90,90 0
56 MG 14 3316 1/1 0.97 0.30 79,79,79,79 0
56 MG 14 3228 1/1 0.97 0.11 79,79,79,79 0
56 MG 1H 3571 1/1 0.97 0.11 58,58,58,58 0
56 MG 1H 3572 1/1 0.97 0.08 73,73,73,73 0
56 MG 13 1611 1/1 0.97 0.20 65,65,65,65 0
56 MG 1H 3525 1/1 0.97 0.13 58,58,58,58 0
56 MG 14 3233 1/1 0.97 0.20 72,72,72,72 0
56 MG 14 3086 1/1 0.97 0.20 59,59,59,59 0
56 MG 14 3087 1/1 0.97 0.28 60,60,60,60 0
56 MG 14 3088 1/1 0.97 0.18 61,61,61,61 0
56 MG 14 3426 1/1 0.97 0.06 | 108,108,108,108 0
56 MG 14 3326 1/1 0.97 0.10 53,53,53,53 0
56 MG 1H 3002 1/1 0.97 0.12 40,40,40,40 0
56 MG 14 3163 1/1 0.97 0.33 90,90,90,90 0
56 MG 14 3090 1/1 0.97 0.25 59,59,59,59 0
56 MG 14 3165 1/1 0.97 0.30 83,83,83,83 0
56 MG 14 3242 1/1 0.97 0.22 66,66,66,66 0
56 MG 1H 3486 1/1 0.97 0.14 45,45,45,45 0
56 MG 14 3093 1/1 0.97 0.17 56,56,56,56 0
56 MG 14 3095 1/1 0.97 0.28 92,92,92,92 0
56 MG 1H 3458 1/1 0.97 0.21 85,85,85,85 0
56 MG 14 3338 1/1 0.97 0.08 51,51,51,51 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 14 3097 1/1 0.97 0.08 76,76,76,76 0
56 MG 14 3252 1/1 0.97 0.28 76,76,76,76 0
56 MG 14 3098 1/1 0.97 0.17 67,67,67,67 0
56 MG 1H 3160 1/1 0.97 0.15 66,66,66,66 0
56 MG 19 301 1/1 0.97 0.12 53,53,53,53 0
56 MG 1H 3533 1/1 0.97 0.07 46,46,46,46 0
56 MG 14 3344 1/1 0.97 0.10 66,66,66,66 0
56 MG 14 3259 1/1 0.97 0.36 87,87,87,87 0
56 MG 13 1623 1/1 0.97 0.17 | 106,106,106,106 0
56 MG 14 3347 1/1 0.97 0.10 53,53,53,53 0
56 MG 1G 1709 1/1 0.97 0.08 | 108,108,108,108 0
56 MG 14 3351 1/1 0.97 0.10 76,76,76,76 0
56 MG 14 3103 1/1 0.97 0.29 78,78,78,78 0
56 MG 1H 3004 1/1 0.97 0.15 35,35,35,35 0
56 MG 1H 3492 1/1 0.97 0.08 54,54,54,54 0
56 MG 1H 3331 1/1 0.97 0.55 69,69,69,69 0
56 MG 14 3357 1/1 0.97 0.10 67,67,67,67 0
56 MG 1H 3353 1/1 0.97 0.15 70T 0
56 MG 13 1742 1/1 0.98 0.52 92,92,92,92 0
56 MG 1H 3537 1/1 0.98 0.08 52,52,52,52 0
56 MG 1H 3490 1/1 0.98 0.14 63,63,63,63 0
56 MG 1H 3378 1/1 0.98 0.18 56,56,56,56 0
56 MG 21 304 1/1 0.98 0.08 54,54,54,54 0
56 MG 1H 3379 1/1 0.98 0.32 85,85,85,85 0
56 MG 13 1716 1/1 0.98 0.10 94,94,94,94 0
56 MG 14 3377 1/1 0.98 0.09 51,51,51,51 0
56 MG 1H 3099 1/1 0.98 0.09 59,55,55,55 0
56 MG 13 1601 1/1 0.98 0.10 58,58,58,58 0
56 MG 14 3137 1/1 0.98 0.36 90,90,90,90 0
56 MG 14 3062 1/1 0.98 0.10 59,59,59,59 0
56 MG 1H 3118 1/1 0.98 0.26 74,74,74,74 0
56 MG 1H 3384 1/1 0.98 0.29 49,49,49,49 0
56 MG 13 1730 1/1 0.98 0.12 | 100,100,100,100 0
56 MG 1H 3596 1/1 0.98 0.11 75,75,75,75 0
56 MG 1H 3499 1/1 0.98 0.13 49,49,49.49 0
56 MG 14 3303 1/1 0.98 0.11 69,69,69,69 0
56 MG 1H 3102 1/1 0.98 0.33 63,63,63,63 0
56 MG 1H 3166 1/1 0.98 0.17 87,87,87,87 0
56 MG 1H 3167 1/1 0.98 0.24 83,83,83,83 0
56 MG 14 3147 1/1 0.98 0.31 94,94,94,94 0
56 MG 1H 3503 1/1 0.98 0.11 59,55,55,55 0
56 MG 13 1718 1/1 0.98 0.12 | 105,105,105,105 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 14 3394 1/1 0.98 0.02 98,98,98,98 0
56 MG 1H 3555 1/1 0.98 0.22 85,85,85,85 0
56 MG 14 3396 1/1 0.98 0.11 54,54,54,54 0
56 MG 1H 3604 1/1 0.98 0.07 | 118,118,118,118 0
56 MG 14 3075 1/1 0.98 0.18 94,94,94,94 0
56 MG 14 3399 1/1 0.98 0.06 47474747 0
56 MG 14 3076 1/1 0.98 0.36 78,78,78,78 0
56 MG 1H 3605 1/1 0.98 0.09 90,90,90,90 0
56 MG 14 3078 1/1 0.98 0.10 54,54,54,54 0
56 MG 14 3013 1/1 0.98 0.15 50,50,50,50 0
56 MG 13 1650 1/1 0.98 0.36 | 100,100,100,100 0
56 MG 1H 3607 1/1 0.98 0.06 61,61,61,61 0
56 MG 1H 3124 1/1 0.98 0.20 52,52,52,52 0
56 MG 1H 3429 1/1 0.98 0.17 63,63,63,63 0
56 MG 1H 3038 1/1 0.98 0.16 44,44,44 44 0
56 MG 1G 1723 1/1 0.98 0.08 72,72,72,72 0
56 MG 1H 3359 1/1 0.98 0.18 58,58,58,58 0
56 MG 1H 3612 1/1 0.98 0.08 62,62,62,62 0
56 MG 1H 3395 1/1 0.98 0.11 54,54,54,54 0
56 MG 1H 3126 1/1 0.98 0.22 54,54,54,54 0
56 MG 1G 1612 1/1 0.98 0.10 79,79,79,79 0
56 MG 14 3247 1/1 0.98 0.22 59,59,59,59 0
56 MG 1H 3014 1/1 0.98 0.19 62,62,62,62 0
56 MG 14 3250 1/1 0.98 0.26 66,66,66,66 0
56 MG 14 3094 1/1 0.98 0.18 64,64,64,64 0
56 MG 1G 1670 1/1 0.98 0.27 99,99,99,99 0
56 MG 1H 3398 1/1 0.98 0.17 47.47,47.47 0
56 MG 14 3255 1/1 0.98 0.14 72,72,72,72 0
56 MG 14 3028 1/1 0.98 0.18 53,53,53,53 0
56 MG 14 3337 1/1 0.98 0.05 53,53,53,53 0
56 MG 1H 3617 1/1 0.98 0.24 | 127,127,127,127 0
56 MG 1H 3305 1/1 0.98 0.45 | 100,100,100,100 0
56 MG 1H 3128 1/1 0.98 0.20 60,60,60,60 0
56 MG 1H 3249 1/1 0.98 0.13 70,70,70,70 0
56 MG 1H 3569 1/1 0.98 0.11 73,73,73,73 0
56 MG 1G 1677 1/1 0.98 0.09 94,94,94,94 0
56 MG 14 3104 1/1 0.98 0.34 48,48,48,48 0
56 MG 1G 1678 1/1 0.98 0.31 86,86,86,86 0
56 MG 1G 1620 1/1 0.98 0.11 83,83,83,83 0
56 MG 1H 3250 1/1 0.98 0.42 67,67,67,67 0
56 MG 14 3348 1/1 0.98 0.12 59,59,59,59 0
56 MG 1H 3403 1/1 0.98 0.20 76,76,76,76 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 14 3350 1/1 0.98 0.14 45,45,45,45 0
56 MG 1G 1682 1/1 0.98 0.16 79,79,79,79 0
56 MG 13 1637 1/1 0.98 0.14 67,67,67,67 0
56 MG 21 201 1/1 0.98 0.12 91,91,91,91 0
56 MG 1H 3524 1/1 0.98 0.17 56,56,56,56 0
56 MG 14 3355 1/1 0.98 0.07 75,75,75,75 0
56 MG 14 3113 1/1 0.98 0.17 69,69,69,69 0
56 MG 14 3114 1/1 0.98 0.24 60,60,60,60 0
56 MG 29 302 1/1 0.98 0.15 57,57,57,57 0
56 MG 1H 3109 1/1 0.98 0.26 44,4444 44 0
56 MG 1H 3110 1/1 0.98 0.18 50,50,50,50 0
56 MG 1H 3155 1/1 0.98 0.29 73,73,73,73 0
56 MG 14 3194 1/1 0.98 0.17 75,75,75,75 0
56 MG 1H 3446 1/1 0.98 0.10 87,87,87,87 0
56 MG 1H 3530 1/1 0.98 0.08 54,54,54,54 0
56 MG 14 3121 1/1 0.98 0.20 65,65,65,65 0
56 MG 1H 3531 1/1 0.98 0.11 66,66,66,66 0
56 MG 13 1627 1/1 0.98 0.20 93,93,93,93 0
56 MG 13 1759 1/1 0.98 0.04 | 105,105,105,105 0
56 MG 13 1778 1/1 0.98 0.06 79,79,79,79 0
56 MG 1H 3289 1/1 0.98 0.10 89,85,85,85 0
56 MG 14 3244 1/1 0.99 0.25 67,67,67,67 0
56 MG 98 201 1/1 0.99 0.28 56,56,56,56 0
56 MG 13 1790 1/1 0.99 0.07 59,59,59,59 0
56 MG 2K 101 1/1 0.99 0.30 69,69,69,69 0
56 MG 1H 3277 1/1 0.99 0.11 66,66,66,66 0
56 MG 14 3249 1/1 0.99 0.27 54,54,54,54 0
56 MG 1H 3251 1/1 0.99 0.32 66,66,66,66 0
56 MG 1H 3548 1/1 0.99 0.08 50,50,50,50 0
56 MG 14 3336 1/1 0.99 0.08 60,60,60,60 0
56 MG 1H 3240 1/1 0.99 0.27 64,64,64,64 0
56 MG 14 3253 1/1 0.99 0.33 59,59,59,59 0
56 MG 13 1756 1/1 0.99 0.04 95,95,95,95 0
56 MG 1H 3389 1/1 0.99 0.23 52,52,52,52 0
56 MG 1H 3483 1/1 0.99 0.13 63,63,63,63 0
56 MG 14 3257 1/1 0.99 0.21 62,62,62,62 0
56 MG 1H 3372 1/1 0.99 0.12 71,71,71,71 0
56 MG 1H 3528 1/1 0.99 0.08 49,49,49,49 0
56 MG 14 3081 1/1 0.99 0.21 | 114,114,114,114 0
56 MG 1H 3254 1/1 0.99 0.24 68,68,68,68 0
56 MG 14 3115 1/1 0.99 0.16 57,57,57,57 0
56 MG 16 215 1/1 0.99 0.09 71,71,71,71 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG 1H 3428 1/1 0.99 0.25 57,57,57,57 0
56 MG 1H 3282 1/1 0.99 0.05 94,94,94,94 0
56 MG 13 1699 1/1 0.99 0.47 94,94,94,94 0
56 MG 14 3188 1/1 0.99 0.13 68,68,68,68 0
56 MG 13 1700 1/1 0.99 0.19 90,90,90,90 0
56 MG 1H 3510 1/1 0.99 0.19 54,54,54,54 0
56 MG 1H 3360 1/1 0.99 0.17 50,50,50,50 0
56 MG 1H 3122 1/1 0.99 0.18 49,49,49.,49 0
56 MG 14 3091 1/1 0.99 0.23 57,57,57,57 0
56 MG 13 1783 1/1 0.99 0.14 70T 0
56 MG 1H 3132 1/1 0.99 0.24 46,46,46,46 0
56 MG 14 3127 1/1 0.99 0.11 61,61,61,61 0
56 MG 14 3234 1/1 0.99 0.18 60,60,60,60 0
56 MG 1H 3515 1/1 0.99 0.10 41,41,41,41 0
56 MG 14 3198 1/1 0.99 0.30 96,96,96,96 0
56 MG 13 1641 1/1 0.99 0.17 55,55,55,55 0
56 MG 1H 3567 1/1 0.99 0.13 51,51,51,51 0
56 MG 1H 3197 1/1 0.99 0.21 65,65,65,65 0
56 MG 14 3202 1/1 0.99 0.17 71,71,71,71 0
56 MG 1H 3542 1/1 0.99 0.20 68,68,68,68 0
56 MG 1H 3518 1/1 0.99 0.08 51,51,51,51 0
57 SF4 3E 302 8/8 0.99 0.21 85,90,93,95 0
57 SF4 32 301 8/8 0.99 0.19 | 95,103,111,112 0
58 ZN 5l 103 1/1 0.99 0.16 97,97,97,97 0
56 MG 1G 1653 1/1 0.99 0.33 | 112,112,112,112 0
56 MG 13 1651 1/1 1.00 0.32 91,91,91,91 0

6.5 Other polymers (i)

There are no such residues in this entry.
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