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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 (1) symbol.

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

MolProbity : 4.02b-467
Mogul : 1.8.5(274361), CSD as541be (2020)

Xtriage (Phenix) : 1.13
EDS : 211
buster-report : 1.1.7 (2018)
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) : 2.11
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 3.00 A.

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

Metric
Rfree N
Clashscore I

Ramachandran outliers
Sidechain outliers

RSRZ outliers

RNA backbone IS

Worse

Percentile Ranks

[

[

0 Percentile relative to all X-ray structures

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

Value
W 0.276
. 41

N 10.7%
I 17.7%
N 11.4%
N 0.45

Better

Metric Whole archive Similar resolution

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

Rfree 130704 2092 (3.00-3.00)

Clashscore 141614 2416 (3.00-3.00)

Ramachandran outliers 138981 2333 (3.00-3.00)

Sidechain outliers 138945 2336 (3.00-3.00)

RSRZ outliers 127900 1990 (3.00-3.00)

RNA backbone 3102 1173 (3.30-2.70)

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 on 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
9%
1 AA 1522 22% 61% 15%
16%
1 CA 1522 22% 60% 16%
4%
2 AB 256 25% 53% 1% . 8%
20%
2 CB 256 27% 50% 3% e 8%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
72%
3 AC 239 34% 46% o 1w
1%
3 CC 239 35% 45% B 7T 7
2%
4 AD 209 30% 53% BT TS
%
4 CD 209 = 31% 53% 14% .
5%
5 AE 162 36% 41% 17% %
5%
5 CE 162 - 33% 44% 15% 7%
5%
h
6 AF 101 24% 64% 12%
%
_
6 CF 101 23% 66% 11%
35%
... -
7 AG 156 49% 29% i
3%
=== -
7 CG 156 51% 7% .
%
8 AH 138 = 40% 43% B | T7 .
%
8 CH 138 . 38% 46% BT TS
4%
g — e
9 AT 128 40% 50% % ..
%
g e— B —
9 CI 128 39% 51% % e
54%
e — ——
10 Al 105 26% 57% 11% 6%
55%
e — [ —
10 CJ 105 27% 55% 12% 6%
4%
11 AK 129 43% 45% "5 8%
2%
11 CK 129 41% 47% %
2%
12 AL 135 41% 37% 13% - 7%
8%
12 CL 135 34% 44% 13% . 7%
52%
e — e —
13 AM 126 27% 58% 6% 9%
48%
e — e —
13 CM 126 29% 56% 6% 9%
36%
= —
14 AN 61 38% 57% -
23%
.- —
14 CN 61 36% 59% ..
2%
15 AO 89 29% 57% 11%

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

Mol | Chain | Length Quality of chain
%
= .
28% 60% 10% e
15 CcO &9
6%
26% 50% 18% . 5%
16 AP 88
5%
22% 58% 14% . 5%
16 CP 88
2%
36% 48% 10% -+ 5%
17 A 105
3%
-
0 0 0 . 0
17 CQ 105 38% 48% 9% .+ 5%
3%
23% 49% 8% 20%
18 AR &8
8%
23% 47% 10% 20%
18 CR &8
56%
—
29% 44% 1% - 15%
19 AS 93
63%
—
19 CS 93 30% 41% 13% - 15%
2%
T E—
20 AT 106 31% 529 9% - %
8%
e E——
20 CT 106 30% 52% 10% . 7%
70%
e —
21 AU 27 520 37% %
53%
g —
21 CU 27 48% 41% %
9%
22 BO 85 47% 42% 11%
4%
————
22 DO 85 44% 45% T
%
—
23 Bl 98 22% 21% 22% 5% 9%
2%
_
23 D1 98 19% 46% 21% . 9%
1%
W=
24 B2 72 14% 25% 28% . 29%
T1%
24 D2 72 11% 29% 26% - 29%
%
25 B3 60 47% 47% %
7%
25 D3 60 40% 52% 8%
%
26 B4 71 13% 25% 7% 55%
%
26 D4 71 11% 27% 7% 55%
0%
h
25% 7% 18% 8% .
27 B5 60
8%
h
21% 43% 22% % .
27 D5 60

w_ 0
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Continued from previous page...

Mol | Chain | Length Quality of chain
5%
28 B6 54 F 24% 50% e
20%
— I
28 D6 54 7% 24% 52% 17%
%
29 B7 49 u 43% 47% 10%
%
29 D7 49 = 43% 45% 12%
9%
30 B8 65 _18%_ 49% 26% 5% .
5%
30 D8 65 -T 54% 23% -
3%
_ I
31 BA 2787 24% 45% 24% 5% -
2%
_ I
31 DA 2787 21% 46% 27% —
3%
32 | BB 122 | Mg m— S, -
2%
32 | DB 122 | = o Sov, =
%
33 BD 276 . 32% 47% 19% -
%
33 DD 276 . 30% 49% 20% N
3%
34 BE 206 . 31% 45% 19% 5%
%
34 DE 206 - 30% 47% 17% 5%
7%
35 BF 210 — 33% 29% 5% .
8%
35 DF 210 o 32% 29% 17% =
21%
I
36 BG 182 23% 59% 17%
1%
e —
36 DG 182 23% 60% 16%
2%
37 BH 180 - 28% 40% 16% -
21%
| .. —
37 DH 180 27% 43% 13% 6%  11%
9%
h -
38 BI 148 25% 55% 17%
6%
e —
38 DI 148 27% 56% 15%
%
39 BN 140 -T 49% 26% .
%
_ L
39 DN 140 20% 46% 29% 5% o
40 BO 122 40% 29% 9%

Continued on next page...
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Mol | Chain | Length Quality of chain
40 DO 122 36% 51% 12%
41 BP 150 = 19% 32% 35% 11%
41 DP 150 = 21% 31% 36% 10%
42 BQ 141 = 21% 53% 21% -
42 DQ 141 = 21% 52% 22% -
43 BR 118 2 23% 16%
43 DR 118 = 26% 54% 17%
44 BS 112 = 19% 33% 29% 8% 12%
21%
44 DS 112 17% 34% 30% 7%  12%
45 BT 146 &Olw 45% 29% 0%
45 DT 146 &012%_ 4% 28% 0%
6| BU | us | ® = = o
46 DU 118 ./0 3% 46% 14%
47 BV 101 81/1% 44% 40% 7
13%
47 DV 101 12% 43% 40% 7
48 BW 113 37% 45% 15%
48 DW 113 = 32% 50% 17%
49 BX 96 ﬁT 42% 27% - .
49 DX 96 _./OT 44% 27% T
50 | BY 1o | — s o0 —
50 | DY 1o | — s T
51 BZ 206 = 26% 43% 1% e 1%
51 | DZ 205 | s R v

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

ria:



Page 7 wwPDB X-ray Structure Validation Summary Report AVTW
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
52 MG AA 1637 - - - X
52 MG AA 1643 - - - X
52 MG AA 1644 - - - X
52 MG AA 1654 - - - X
52 MG BA | 3007 - - - X
52 MG BA | 3072 - - - X
52 MG BA | 3074 - - - X
52 MG BA | 3088 - - - X
52 MG BA | 3128 - - - X
52 MG BA | 3131 - - - X
52 MG BA | 3150 - - - X
52 MG BA | 3159 - - - X
52 MG BA | 3167 - - - X
52 MG BA | 3171 - - - X
52 MG BA | 3175 - - - X
52 MG BA | 3176 - - - X
52 MG BA | 3180 - - - X
52 MG BA | 3247 - - - X
52 MG BA | 3313 - - - X
52 MG BA | 3330 - - - X
52 MG BA | 3337 - - - X
52 MG BA | 3349 - - - X
52 MG BA | 3355 - - - X
52 MG BA | 3358 - - - X
52 MG CA 1626 - - - X
52 MG CA 1627 - - - X
52 MG CA 1630 - - - X
52 MG CA 1638 - - - X
52 MG DA | 3025 - - - X
52 MG DA | 3074 - - - X
52 MG DA | 3075 - - - X
52 MG DA | 3106 - - - X
52 MG DA | 3149 - - - X
52 MG DA | 3153 - - - X
52 MG DA | 3166 - - - X
52 MG DA | 3180 - - - X
52 MG DA | 3187 - - - X
52 MG DA | 3195 - - - X
52 MG DA | 3208 - - - X
52 MG DA | 3232 - - - X
52 MG DA | 3236 - - - X
52 MG DA | 3243 - - - X
52 MG DA | 3252 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
52 MG DA | 3267 - - - X
52 MG DA | 3271 - - - X
52 MG DA | 3274 - - - X
52 MG DA | 3280 - - - X
52 MG DA | 3281 - - - X
52 MG DA | 3283 - - - X
52 MG DA | 3289 - - - X
52 MG DA | 3290 - - - X
52 MG DA | 3295 - - - X
52 MG DA | 3297 - - - X
52 MG DA | 3305 - - - X
52 MG DA | 3310 - - - X
52 MG DA | 3325 - - - X
52 MG DA | 3328 - - - X
52 MG DU 201 - - - X
53 ZN CD 301 - - X -
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2  Entry composition (i)

There are 55 unique types of molecules in this entry. The entry contains 277987 atoms, of which

0 are hydrogens and 0 are deuteriums.

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

atoms.

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

32329 14390 5992 10444 1503

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N Q) P
1 AA 1504 32329 14390 5992 10444 1503 0 0 0
1| ca 1504 Total = C = N = O P 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AB 235 ?ggail 12013 314\1]2 3(21 § 0 0 1
2 CB 235 ?gf)ail 12013 314\112 321 § 0 0 1
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s AC 207 ?gtlaél 1()016 31115 2(;1 ? 0 0 1
s cC 207 ?gtlaél 1()016 31115 2(;1 ? 0 0 1
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 AD 208 ?%aél 1(%6 31?\)19 2(9)1 ? 0 0 0
4 cb 208 ?%aél 1()C66 31?\}9 281 ? 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
g AB 151 1147 724 218 201 4 0 0 1
Total C N O S
g CE 151 1147 724 218 201 4 0 0 1
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 AF 101 843 531 155 154 3 0 0 0
Total C N O S
6 CF 101 843 531 155 154 3 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 AG 159 1257 781 252 218 6 0 0 0
Total C N O S
7 CG 159 1257 781 252 218 6 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 AH 138 1116 705 215 193 3 0 0 0
Total C N O S
8 CH 138 1116 705 215 193 3 0 0 0
e Molecule 9 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
9 | Al 121 1011 639 198 174 0 0 0
Total C N O
) Cl 127 1011 639 198 174 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
10 A 9 T709t5a 1 45(;9 12]7 1(;8 ? 0 0 1
10 ©J 9 T709t5a 1 439 1217 1(;8 ? 0 0 1

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AK 119 TSOE;; 1 529 11(\318 1((?5 ZSS 0 0 0
1 CK 119 TSOE;; 1 529 11(\318 1((?5 ZSS 0 0 0

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

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

There are 6 discrepancies between the modelled and reference sequences:

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

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 AM 115 921 569 190 160 2 0 0 0
Total C N O S
13 CM 115 921 569 190 160 2 0 0 0

e Molecule 14 is a protein called 30S ribosomal protein S14.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
14 AN 60 492 312 104 72 4 0 0 0
Total C N O S
14 CN 60 492 312 104 72 4 0 0 0
e Molecule 15 is a protein called 30S ribosomal protein S15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15| A0 88 734 459 147 126 2 0 0 0
Total C N O S
15| €O 88 734 459 147 126 2 0 0 0
e Molecule 16 is a protein called 30S ribosomal protein S16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 AP 84 701 443 140 117 1 0 0 1
Total C N O S
16 CP 84 701 443 140 117 1 0 0 1
e Molecule 17 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
17 AQ 100 824 528 152 142 2 0 0 1
Total C N O S
17 cQ 100 824 528 152 142 2 0 0 1
e Molecule 18 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
18 | AR 70 574 367 112 95 0 0 0
Total C N O
18 CR 70 574 367 112 95 0 0 0
e Molecule 19 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 AS & 630 403 115 110 2 0 0 1

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR IEEEEE
e Molecule 20 is a protein called 30S ribosomal protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR K
o | w WO N O 0  o |
e Molecule 21 is a protein called 30S ribosomal protein Thx.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
21 | AU 25 go(fgl 1(238 o ;2) 0 0 |
21 | CU 25 goggl 1(238 ; ?% 0 0 1
e Molecule 22 is a protein called 50S ribosomal protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
mw | w WO N O 0 | o |
m m | w o N0 0 | o |
e Molecule 23 is a protein called 50S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
23 Bl 89 T609t§ 1 455 1110 1(1)8 0 0 L
23 b1 89 T609t§L 1 4§5 1110 1(1)8 0 0 1
e Molecule 24 is a protein called 50S ribosomal protein L29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
wlm | w W ONTI 0 | o |
IEEY RN EEE

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
25 | B3 60 nggl 238 91\1 708 ? 0 0 1
25 | D3 60 nggl 238 91\1 % ? 0 0 1

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
26 | B4 32 Tf;;‘l 9% ?1)\; ??2 0 0 0
26 | D4 32 Tf;;‘l 9% ?1)\; ??2 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 | B5 59 ngl 238 9NO 706 i 0 0 0
27 | D5 59 ngl 238 91\3 706 ? 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

28 | B6 15 2‘);?1 2(;5 58 éi i 0 0 1
e Molecule 29 is a protein called 50S ribosomal protein L34.

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

e Molecule 30 is a protein called 50S ribosomal protein L35.



Page 15 wwPDB X-ray Structure Validation Summary Report AVTW
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 B8 64 508 326 102 78 2 0 0
Total C N O S
30 D8 64 508 326 102 78 2 0 0
e Molecule 31 is a RNA chain called 23S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
31 BA 2725 58698 26124 10986 18864 2724 0 0 0
Total C N 0O P
31 DA 2725 58698 26124 10986 18864 2724 0 0 0
e Molecule 32 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N 0 P
32 BB 119 2551 1136 471 826 118 0 0 0
Total C N 0 P
32 bB 119 2551 1136 471 826 118 0 0 0
e Molecule 33 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 BD 272 2105 1329 417 356 3 0 0 1
Total C N O S
33 bb 272 2105 1329 417 356 3 0 0 1
e Molecule 34 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
34 BE 205 1564 988 300 270 6 0 0 1
Total C N O S
34 DE 205 1564 988 300 270 6 0 0 1
e Molecule 35 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
35 BF 208 1624 1035 304 282 3 0 0 1

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
35 DF 208 1624 1035 304 282 3 0 0 1
e Molecule 36 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
36 BG 181 1474 942 268 260 4 0 0 0
Total C N O S
36 DG 181 1474 942 268 260 4 0 0 0
e Molecule 37 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
37 BH 160 1223 773 229 220 1 0 0 1
Total C N O S
37 DH 160 1223 773 229 220 1 0 0 1
e Molecule 38 is a protein called 50S ribosomal protein L9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
38 B 146 1132 723 201 207 1 0 0 1
Total C N O S
38 DI 146 1132 723 201 207 1 0 0 1
e Molecule 39 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 BN 139 1105 712 207 182 4 0 0 1
Total C N O S
39 DN 139 1105 712 207 182 4 0 0 1
e Molecule 40 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 | BO 122 033 588 171 170 4 0 0 0
Total C N O S
10 DO 122 933 588 171 170 4 0 0 0
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e Molecule 41 is a protein called 50S ribosomal protein L.15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
& BP 146 1114 692 227 193 2 0 0 0
Total C N O S
& bp 146 1114 692 227 193 2 0 0 0
e Molecule 42 is a protein called 50S ribosomal protein L.16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
42 BQ 136 1080 688 204 183 5 0 0 0
Total C N O S
2 bQ 136 1080 688 204 183 5 0 0 0
e Molecule 43 is a protein called 50S ribosomal protein L17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
43 BR 17 960 599 202 159 0 0 0
Total C N O
43 DR 17 960 599 202 159 0 0 0
e Molecule 44 is a protein called 50S ribosomal protein L18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
44 BS % 771 486 155 130 0 0 1
Total C N O
44 DS % 771 486 155 130 0 0 1
e Molecule 45 is a protein called 50S ribosomal protein L19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
45 BT 132 1100 686 227 186 1 0 0 0
Total C N O S
5 bT 132 1100 686 227 186 1 0 0 0

e Molecule 46 is a protein called 50S ribosomal protein L20.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
46 BU 17 958 604 202 151 1 0 0 0
Total C N O S
46 by 17 958 604 202 151 1 0 0 0
e Molecule 47 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
47 BV 101 779 501 142 135 1 0 0 0
Total C N O S
47 bV 101 779 501 142 135 1 0 0 0
e Molecule 48 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
48 BW 13 896 563 176 155 2 0 0 0
Total C N O S
48 bW 13 896 563 176 155 2 0 0 0
e Molecule 49 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
49 BX 93 726 471 132 123 0 0
Total C N 0]
49 DX 93 726 471 132 123 0 0
e Molecule 50 is a protein called 50S ribosomal protein L24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
50 BY 101 776 500 149 123 4 0 0 1
Total C N O S
50 DY 101 776 500 149 123 4 0 0 1
e Molecule 51 is a protein called 50S ribosomal protein 1.25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 Bz L 1404 897 253 252 2 0 0 1

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
bl bz L 1404 897 253 252 2 0 0 1

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

52 | BA 368 268 368 0 0
Total Mg

52 | CA 53 cs s 0 0

52 | DQ 1 Toltal N{g 0 0

52 | DF 1 Toltal hqg 0 0

52 | BE 1 Toltal hqg 0 0

52 | DU 1 Toltal l\qg 0 0

52 B1 1 Total - Mg 0 0
1 1

52 | BP 9 Total = Mg 0 0
9 9

52 | DR 1 Toltal N{g 0 0

52 B5 9 Total - Mg 0 0
9 9
Total Mg

52 | BB 7 S 0 0

52 BF 1 Total - Mg 0 0
1 1

52 | BX 1 Tofal l\ﬁg 0 0
Total Mg

52 | AA 56 M. 0 0

59 BQ 5 Total Mg 0 0
9 9

52 | BU 1 Tofal l\gg 0 0

52 | DD 1 Toltal l\gg 0 0

52 | BR 9 Toztal l\gg 0 0

Continued on next page...

WO RLDWIDE
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

52 | DA 332 239 339 0 0

52 | DE 1 Tofal l\qg 0 0

52 D1 1 Total - Mg 0 0
1 1

52 | DX 1 Tofal Bﬁg 0 0

52 | DP 1 Tofal Bﬁg 0 0

52 D5 9 Total - Mg 0 0
9 9

52 | BD 1 Toltal l\gg 0 0

52 | DB 4 TOFI l\ig 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
53 | CON 1 Total ~ Zn 0 0
1 1
53 | AD 1 Total  Zn 0 0
1 1
53 | CD 1 Total ~ Zn 0 0
1 1
53 | AN 1 Tofal Zln 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
54 | BA 1 Total K 0 0
1 1
54 | DA 1 Toltal If 0 0

e Molecule 55 is CHLORAMPHENICOL (three-letter code: CLM) (formula: C1;H12CloN5Os).
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CLM
=
Sy g
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C CI N O
55 | BA 1 20 11 2 2 5 ' |
Total C CI N O
55 | DA 1 20 11 2 2 5 ' !
grbDe
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19%
22%

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

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

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

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

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

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

e Molecule 1

16%

16%

60%

22%

Chain CA:

+

89D
LS99
960
Sqv

e8y
[4:0)

670

©
54
©

<+ ©
S <
3] ]

[
S
©

=)
Sy
(&

8€D

9€D
SE€D

82D
Lzd
4
S20

€20
(44

0zn
61D
81D

9TV
S1D

€1

10
0Ty

LD

8TID
LTTD

4%
€210

1210

8110

96T
jasta]
£482n

44

912H

£0cn
cocn

002D

¥61D
€610
[ 491}
161D
06710
16879
¥68TN
r681d
I68TH

46810

0Zed
61€D

91€D
STEV
i3]
eTeV

0T€D
60€D

T0€D
00€V
662D

S620

j2ka )
eLey
TLTd
TL2D
0Ly

voTn
€92V
{424
092D
682D

Sv¥D
iaal
E£%%0

15441

8E¥%D

9E%D

vEPN
E€E€%D

TEDVY

LT%0
oT¥H
ST¥H
440
£T%D

v

81%D
® LI¥D

(4344
125414
01%9d

80%V
L0%D
90%D

7ovn
€0%D
[ 4o

9180
ST19D

2180

509D
%090
€090
T08d
108D

667V

S6%V

€6%D
T6%D
169D
06%D

88%D
L8%Y
98%0

£8%0
4344
189D

649D
8490
LLSD
945D

LSy
£LSY

pAcih)
998D
G980

€489V
4esn

LPSY
9%9D
9930
440
£%90

99D
0%SD
6ESY
8€SD
LESD

9€SD

T6€D

68EV

L8€N

6%%0

LY%D
ov¥d

ovon
S%90

Tvov
TPon
079V
6€9D

9€90

¥69D
€699
269D
1680
069D

889D
189D
989D
989D

288N
189D
08sn

N MHIWOND0HDO - NMS OO O - om0 ~ - M S WO~ 0N
N~ N~ NNNINNGO® EOMO®OM®© ® DD DD D o o © 00 oo oo
%0 © © © © O OO WWOWOWDOODOO © © © © © © © ~ NENENKN
DPooawabDboOb0BsL VD [T =R R =3 o B I b=V

0499
6990
899D
1999
999)

799D

MO ®O - N m
0D O © © © ©
© © © O © O ©
BSOS

S99V

€99V
ceon
159D
059D

L%90

TLLD

694D
89.LV
L9LY
99.LY

%9.D
€94D

3

6G.LY
8G.LD
LGL0

SG.LD

1PA §

084D

LYLD
ovLY
S¥.L0
YHLD

TYLD
LD
0v.L0

0TLd

618V

ST8Y

816V

976D

%060

206D
T06V
006V
668D

L1680

768D

818D

918D
G180
.89

TL8Y
T80

698D
8980

S98Y

€980
298D

098Y

84689
LG8D

698D
498D
£48D

758D

e T¥8n

R LDWIDE
PROTEIN DATA BANK

w_ 0



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 25

1960

S96V

€969

TT6d
Tzen
0Z60

201D

61070

LT0TD
9TO0TY
STOTY
YI0TY

c10T0

Y007V
€00TD
007D

L6610
966V
9660

986V
S$860
7860

2860
1860

6160

96070

€601V

€9010
0907D
65070
8S0TD
LS0TH

SS0TV

€G0TD
[4={ 5}

L%01D

6€0TD
8€0TD
LEOTD
9€0TH

@® 8STTD
® LSTTV
® 9ST1D
SSTTH
Y4710
€STTD

T1STTV
® O0STI0

e 8¥1IN

LYTTD

CETTD
TETTD
0ETTY
62110

ETTTV

® L60TD

TTTID
114495
0TTTD

81CTD
LITTO
91TTD
STTTD
® ©ITID
€1CTY
@ <cTicin

012TD

[ ]
80TTD
L0TTH
902TH
S0TTN
Y0TTY

9671

v6T1IN

€6TTD

® 1611V
06TTD
68110
88TTY
® L8TTD
L]
® 9811
® ©81TD
L]
® T81TD
811D

mhmﬁ<
YLD
€LTTD
TLITD

0LTTY
69TTY
89TTY

® €91TD
29110
19110

¥8TT0

6.LTTY
@ 8.iTIn
® L.TID
o ouz1d |
@ S§.lT1v

YLT1D
o el

TLTID
® T.LT1D

0.210
[

® 99C1D
¥9T10

ToTTV
09210
6S2TD
8GTTH

® ©ScT1d
€8TTH

@® <cTscTIv
131434
08TV

o 6921
8YTTV
a0

@ STV

o ¥l

@ €TI0

® TvTId

o TRl

e 0¥%TIn

@® 6€TTv

LETTD

@ 9€TTv

°

[

® €€TId

® <cTeTIin
T€T1H

62TTV

82TTD

@® 92T10

® €TT10

SYETN
YPETD
EYETD

CTYETD

6EETY

9TETH
STETN
Y1€T0
€I€TN0
CIETH
TI1€1D

66CTY
86TTD

11910
cﬂmﬂa
LO%TD
SO%TH
Z0%TD
[duAn)
10919
66ETD
86ETY
hJMao
€6€TN
CTBETH
T6€T0
06€T0
68ETD
L8ETH
98ETH
mJﬂau

C8ETD

08€TN
6LETD
mJﬂao
YLETY
€LETD
TLETN
TLETD
69€TD
89€TH
LOETD
99€TD

S9ETH

T9€TD

8GETN

9GETH
SGETH
¥GETD
€9ETH
TSETD
1S€T0
0SETV
67ETV

06710

s

98%1H
S8%10
87TV
(45345
8710
08%1H
6L%10
8L¥%1D
LL%TD

0L%TD

89%TV
LOVTD
99%10
SO%T0
79vTD

991D

15445

9EVTN
SEVTD
YEVTY
EEVTV
(45745

0E¥TO
62710
8THTV
LTv10
4741

424
4445
[442%)

6T71D
8IVTV
LI%TD
9T%1D

7IvIn
EIPTV
CI%10

LTSTO

et4c) 1]

TesIn
1281
0Z81H

30S ribosomal protein S2

® €081V
2081y
T0S1D
008TY

96710

e Molecule 2

v6%1D

T6%1D

14%

€9 [ogm |
[ oeev | 6c1a
191
09a
693
% 8GI G2Td
) =T $21S
osy | |
. ELES 1211
9L gty
£qy 6118

11%
®
©
g
a

iIll
0 ©
- -
- o
P )

mﬁ. H1TY
P91 TITA
€90 -J—--
91 80TI
e O L som
P 90TY
e 889 5014
m
° £0TL
Wou ged TOT1
) [ | ® TOTH
255 0019
TER | 66
| oosd 861
62V o oen
8zd 964
o oled s6b
9zd | |
T6k
16d

e}
N
=

124 88y
| oozE L84
® 6TH | |
_
< ® O91H 181
) ol e ] of os1 |
N e ¥ 6.0
o 8.Lh
o LLY
e TI11 9Lb
e 011 Gy
6z B3
. 8 -

[

~
=
-
~
=

891
L9L

vod

Chain AB
| Ig

O

R LDWIDE
PROTEIN DATA BANK

W



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 26

T61S
T610a
06TL

® 881V

1814
0871
6.LTY

9L13

vLIA
ELTV
TLII
TLIV
0L13
6914
89TL
L97d
991a

Y9TA
€974
[419)

6G1d
84T
LGTYH

SST1

€91y
¢e1d
TSTD

[N )
™
-
I
e}

6711

LYTH

e vhid

(4291
T91a

6E€TH
8ETT

® 9gETA
SeTh
o e

TETH

8€TT

® %etd
£ETS

0ETA

@ 8tTd

szTy
Beeh

30S ribosomal protein S2

e Molecule 2

8%
(=]
o
(5]

13%

9113
® 8111

07H
® 6gI

5014
YOTN
°
S o £01L
) ° 2011
3 TOTH
TeR 007
62V

[
o~ ©
(] o
o= g

27%

T8A
[Tosr]
6.a

20%

8.Lb
LLY

QL
25

TLA

891
L9L

Chain CB

1814

69T

89TL
L97d
991a

Y9TA
® €914
[419)

6G1d
8GT1T
LGTYH

SST1

o000
©
-
I
%

€97y
Te1d
TSTD

6%11

j44%S

(4291
91

6E€TH
8ETT

9ETA
® Semd
® e

® <CTEN
®

vecd

® €€Ts

@ 0€TA

8TTH

[
o
Il
I}
a

90za

cocd
1021

66TX

30S ribosomal protein S3

e Molecule 3

13%

6%

46%

34%

22%

Chain AC:

99A
® 99V
22

ToV
o9y
644
it

At
€3y

LN
o
10
=1

oSV

ovE

ovy
® 6¢l
8€Y

9€a
ety
ve1
€e1
2e1

6CL
8zl
LTH

741
€TR

8TH

9TYd
]

N
[ g
[N~

9H

9ETh

YETI

CETH

0ETA

76T

T0TA

86TA

® 9671

® %6TD
@® €671

T6TL
06TH

88T1
L8TY

S81H
® %8TX

@® <T8TI

08TV

8LT1

SLTT

E€LTA
® <T.L1d
TLTD

89TV

9913

[
10
©
-
=

@® 6STD

LSTI

® GS8TH

€GTA
TSTI
T8TA
0SGTH

8Y1H

OvTV
SY1H

{47430

07 Td

8ETA

€0cd
@® ¢20ZI

30S ribosomal protein S3

e Molecule 3

21%

13%

7%

45%

35%

Chain CC

R LDWIDE

O

PROTEIN DATA BANK

W



AVTW

wwPDB X-ray Structure Validation Summary Report
[

]
(32} © ~ -
= oo o=

Page 27

€Ch

©
=
=

©
—
~

<+
-
Py

oTTH
STTE

® %61D
@ E6TX

@ T6TL
@ 06T¥

8811
LTV

981D
Y8TA

[4:19)

08TV

8LT1T

SLTT

ELTA
CTL1Y
TLTD

89TV

9914
SOTL

b

@ 681D

L8TI

® S97D

@® <CSTI
TSTA
0STY

8%1H

YTV
SY1D

(474308

[U4%S

8ETA

9ETh

YETI

CETH
TeTY
0ETA

€0cd
T0TI
T0TA

@ 96711

15%

53%

30S ribosomal protein S4
30%

4%
L

N
©

e Molecule 4
Chain AD

GEY

TEY
TED
0}

LTK

veca
€2

L4

- ©
- —
= £

~
[

9€Td

veTaQ
EETA

0€TH

8CTA
LTTL
9211
STTH

€CTH
[44%S

0211

LTTV
9TTh

j23%

CTTA
111V

607D
8071

90TX

€0TN
20t1a

0074

863
L6T
96T

76T

T6S
069

88A

183

6.4
8L1T
LLN
9L
SLd
vL0

TLA

¥0TI
£0CA
20TT

00za

L6Td

w611

1614

68Td

L8TYH

® ¥8TX

€8TD
[4:35:8
18T
081D

SLIS
PLTT
ELTH
cL1d

0LTA

99T
SOTH

T9TT
TOTN
0970
69TY

LSTT
99T
9671

€4TYH
Ta1s
TSTH
08713
67TV
8YTA

9%TI
Sv1a
il

(4747
154X

6ETH

LETS

14%

53%

30S ribosomal protein S4
31%

2%

o
©

e Molecule 4
Chain CD

S9Y
791
€93

o
093

LS4

L

674

%

gl
E¥H

7D
0%d

2198
Led
9gY
GEY

TEY
TED
0EX

LTk
920

veca
€2

12T

- ©
- -
= £

©
[

134X

6ETY

LETS

vera
€ETA
CETH

0E€TH

8CTA
LTTL
9211
SCTH

E€CTH
[491S

0T711

8TTH
LTTV
9TTh

CTIIA
TV

601D
8071

90Tk
SOTA

0074

8631
L6T
96T

761

168

v611

T6TYH

68Td

L8TYH
81y

€810
28T

Zh1d

7%

17%

41%
RLDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

36%

30S ribosomal protein S5

6%

e Molecule 5
Chain AE



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 28

SLL

69A
894

99

9€a
S€D
YEA
€EA
CTEA
€T

62D
8c4d

9cd

1

141

STY
v1d

T1I

L3
94

[42%)
1970

6€TT
8ETV
LETH
SETL

CETY

LTIN

STI1s

(44 %S
1143

67111

L11a

EITV

T11E
01711
6071

L0OTYH
90Td

COoTV

[
10
®
[

o
0
=

08I

[
~
(=]

~ ©
~ O~
A o

€48TY
14114

6713
8YTA

e Molecule 5

SPIN
PPIL

in S5

30S ribosomal prote

7%

15%

44%

33%

5%
[

Chain CE

0Ld
69A
894

99N

c4d
TGA

L

L¥Y

Shd

€91

94

a1y
v1d

[A%S
6€T1
8ETV
LETH
9ETH

YETY

CETY

TETI

LTIN

® 9Tis

€11
[4qxs

T11E
(2%
6071

LOTYH
901d

(494

669
86L
169
96d

8831

489

Z8A

08I
6.3
8LH

~
~
%

0
~
2]

30S ribosomal prote

€4TH
{435

08TYH
6%1d
87TA
L71a

SPTN
TPIL

e Molecule 6

(47491
j541]

in S6

12%

64%

24%

6%

Chain AF:

S9A
790

0 DO =
10 llln © © ©
=} o=

vau

[4ch)

0GX

3

SPT
%D
€91

TvE

8¢
LEA

SEY

E€EX

0€1

8zY
Lzh

N M0 ©
NN
[ i S B

ozy
611

L1S

o
~
=

e Molecule 6

00TN
® 66V

L64

® €65
[ 48
T6A

L]
681

30S ribosomal prote

L84
984
g8A
w8l
€80
[4:1

693
89d
® L9n

S6

1

11%

66%

23%

4%
Chain CF:

S9A

Sy
©
o

TOM
791
094
69K

S 10 [
w0 W n
X a ©

o
o)
=]

o
D
=1

3

SP1
izl

- ®
< i
5] -

8€d
LEA

~ =)
[ o)
[ =

<+ 10
]
S <

0€1

8zy
Leb
oz1
szI
48
€2y
zTE

ocy
611

118
91b
s1a
$1T

2id

o
-
o=

~ =)
=I>

om0
-

00TN

60

[ 48
161
L]

681
88A

984
g8A
w8l
€80
[4:1
181
08y
6LT
8LH

9LY
SLT

ELN
TLA

N~ © O
© © ©
= am

ST

in

30S ribosomal prote

e Molecule 7

35%

49%

49%

Chain AG

O

R LDWIDE
PROTEIN DATA BANK

W



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 29

0Ly
@ 697

294

SOTA
e %011

e 1071

o
© I~
o
oo

Sy
)
~

®

-
o
>

063

88d
L8A

98L&

<
©
=

[
~
~

SLA

o
~
B

in S7

30S ribosomal protei

e Molecule 7

37%

SLA

ELW

691

1

TOA

681

081

47%
iIIl

51%

Chain CG

SYIV
PPN
oA S

o¥v1a

8ETH

YETY

¥CT11

e 9gTH
132
e %aTk
e EgTH
TS Ty

0STV
6714

LYTV
e 9%1H

S8

in

30S ribosomal prote

e Molecule 8

2%

e Molecule 8

17%
2
~

69T
8GK
LGd

3

€GA

o <
<
S

43%
o 9
K]
H oA

9€1
S€I
ved

TeA
T€d

8cY
L2d
9TA

L
£€TS

e

40%

~ o
— I3
[ 2] tal

SIN
4%
€11

TTL

6
8a

9I
Gd

Chain AH

L

SETO
YETI

€TTE

0ZTL
6111

9TTH
ST1S

€118
CTT1

01TV

E€0TA

T101d
00TI

LBA

S6A
76k

6

069
68d
8831

984

08I
6LA
8Lh
LLA

cLd

S8

30S ribosomal protein

15%

46%

38%

%
B

Chain CH

SOk
7ou
€91
[4229

094
66T

L89d

3

€30

o
[re)
a

7vd

@
IIIIIQ‘
©

@
)
=1

¥ 10 O~ ®
®mmmon
BoH e H

o
™
£

1€4

8Ty

O - Nm © ~
s K sl N o
Ll I Y

LTL

STN

-~ ™
- Bl -
agr=dpai

LY
9I
Sd
¥a

1

SETD
YETI

€cra

0TTL
6111

9TTY
ST1S

€118
CT11

01TV

€0TA

0071

LBA

10
o o
=

o ]
D @
(2] -4

© o
© ©
Mo

98y

08I
6LA
8.Lb

~
~
(=]

0
~
~

€La

694

59

in

305 ribosomal prote

e Molecule 9

48%

.o

9%

50%

40%

Chain Al

R LDWIDE

O

PROTEIN DATA BANK

W



Page 30 wwPDB X-ray Structure Validation Summary Report

Q3
Y4
v e
G6
T7
K11
E12
A15
R16
V17
F18
L19
R20
P21
a2 e
N23
G24
V26
V28
Y36
E e
Q38
L40
R42
A43
A45
A46
E48
P49
L50
V53
R58
F59
A61

[ ) [ ) (] o [ X N ] [ X ] 0000 o 00 0000000 [ ) [ X ] [ ) (N ]
©0 ©0 NN~ N~ N~ NN~ 0 0 0 O [ [ (<] (] [ oo o -~ -~ el - -
=1 - M n o =] H X 4 H o o< = - >~ =] 2% BB EA Ed E4 Mo o -5 o

[ ) [ ]

© (=]

o oN

et

e Molecule 9: 30S ribosomal protein S9

47%

. . — o om
Chain CI: 39% 51% 9% .-
000000 [ ) [ ] [ ) 0o0000OCO [ ) [ X ] [ ) [ ) [ ] o000 [ ) [ X J

I A NI O~ © OO md'lwlwll o lemwlwm M m.wml—clm

[ 0~ - o o oH A H NN o N N o < S < < 0 [T 0 w0 ©0 ©0

(=21 o B - oA © Ed - o = mo< - < " oA Ed - oo -5 (=]

[ X J [ ] [ X J [ ] [ X J 000 000000

II. . I 32 ZEdREEEEE
O - AN Mms o N~ 0 O el 0 [eed o o oN oN o N N
Ll Sl el gl e N~~~ ee] o« (2] - -~ ~ v~ ~ -~
MunooHA H M A =] = =Y ==l ~ < o (7} ~
e Molecule 10: 30S ribosomal protein S10
54%

. I
Chain A 26% 57% 1% 6%

00000000 00000000OCOGCOGFOS 000000000 (N ] [ ] [ ] o0 [ ]

M W WOWN~ 0 - o o 5] o NN o N m oM m m M m + & < < < < 10 w0 0 0 w0 ©

MHEHM g oo =] i M HB> - < o>n A H oA [=" =] = ~ B> Hx |29 a 5
[ ) 0000000 [N X ) 0o0000OCO
©0 © © o e e g [ e 0 o [ ) [ <Rl
55} =} o S =] HZ = B o4 > | B oH M
e Molecule 10: 30S ribosomal protein S10

55%

. T — ——
Chain CJ: 27% 55% 12% 6%

000 0000 [ ] 000000 [ X } 0900000 o000 0000 [ ] [ N J [ X ] [ ]

K3
I4
R5
16
K7
L8
R9
H13
K14
L16
D17
A20
K22
123
V24
A26
R29
530
432
Q33
V34
S35
P37
138
P41
T42
V44
R46
T48
Va9
150
R51
F54
K55
D58
R60
E61

® 00000000000 o0 00000 e o000
o

10 - ~ © = N0 o $WWON 0RO

© ~ ~ o~ @ © @ © © = DD DD

a =) o= B HEC A ) > ® B H X B

e Molecule 11: 30S ribosomal protein S11
14%
Chain AK: 43% 45% 5% 8%

™ 0 © o - ~ o ¢ willo o o - < i~ 0 o © o I w N~ — oM
el bl == ] MMM MO HHES FH YOO 000 W © © ©
oE < o = B Qo ZAHBEZE@0n >HO>NKEO X B oo <o a4

WO RLDWIDE

eP

PROTEIN DATA BANK



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 31

oTTYH
gcTd
YTIA

[4a5s
T21d
(41S

811D

L

PIIA

CTIL
e 1T11a

60TA
80TI

SOTA

€071

1018
00TV
660

30S ribosomal protein S11

263

069

[N N N ]
o
©
=

e Molecule 11

8%

47%

41%

12%

Chain CK

0
©
=

€971

9V

69k
8Gd
LSL

Sa%

Tl
0%I
6ed

Sed

o
™ M
B A

il
IH

30S ribosomal protein S12

£TY

121
0ZL

8T

STV

[N N
®
-
=1

9TTd
ScTd
YTIA

cTIA
Aars
0zTY

811D
LTIN

PIIA

ZIIL
T11d

60TA
@ 80TI

SOTA

€071
201D
T01S
00TV

[
[
=4

06D

984
v8A
€8I

e Molecule 12

4%

Chain AL: -

7%

13%

37%

41%

= o
o N
]

SLH
VLD

b

0LI
69%
89V

0ovA
6EA
8EL

vey
ey
{4
Te€d

LTT

agd
48

o
bl
~

o
o =
S

©
=

0 ©
A

e Molecule 12

@ 8TTV

9TTH

445

0ZTA

+

911§

30S ribosomal protein S12

e EITd

OTTA

80TV

3

T0TA

N~ ©
QO
Qo>

o
o
=

189

98I

£8A

185

LLT
9LN

8%

7%

13%

44%

34%

Chain CL

99A
S93

€99

ToL
091

8GA

8%d

v

o%A
6EA
8EL

ve"
ey

Ted

+ 10 ~
N ]
Y |

0 © N~

© © ©

H @ o

(44
e

011
6b
8N

¥TIA

0ZTA

I

(4310
TN
0TTA

80TV

SOTX

L6Y

v6d

@
o)
]

=
o
=

€8A

30S ribosomal protein S13

188

LLT
9LN
S.lH

e Molecule 13

52%

I\
o
H

9%

6%

58%

27%

Chain AM

192

© ~ o
0 10 ©
I =

vaA

[ X N ]
o
<
=

0ZL
61T
8TV
LTA
91a
STA
v1d

CIN

01d

o000
IIIIm
-

0000 O o000
o
©
5]

99

€4

9TTL
® SITY

€11d
(431
TITX
0TTYH

o
o
-
~

(xS

P
=)
P
o

000000000000 0OOC
0 © I~ ©
o )
S 3 a >

<+
[
~

CT6H

O

R LDWIDE
PROTEIN DATA BANK

W



AVTW

9%

6%

56%

48%

wwPDB X-ray Structure Validation Summary Report

29%

e Molecule 13: 30S ribosomal protein S13

Page 32
Chain CM:

192
09A

PALS
96T

s

=) - o m
< 10 10 10
B < m >

8%

o)
S¥A
jad!

(4414
Tod

6€1

YET

[ ] [4%}
€)1

) 624

44

0ZL

LN
©
-
a

® 9TIL

STTH
fA%
€11d
(43t
TTEA
0TTYH

80TYH

SOTL
70T
€0TL
[daxs
T0T0

57%

36%
38%

oM © N~ ©
< o HoHE

e Molecule 14: 30S ribosomal protein S14

Chain AN:

TOM

893
LSY
9GA
ei=h]
¥9d
€41

79D

id
LY1

SvY

(4729
T
0%

8€D
Lgd
9€d

€EA
TES

0EY

il.
e Molecule 14: 30S ribosomal protein S14

o
-
~

59%

36%

23%

Chain CN:

TOM

86y
LGY

b
¥4d
€41

19D

8y
LT

i

(4729
ThY
07D

8€D

914

[
o e ¢
SR ©0 N~ © - —
< @ = H | " =%

11% o

©
0
=

57%

29%
LN )

4%

Chain AO: ™0

e Molecule 15: 30S ribosomal protein S15

N~
®© ©
H o

10
0
e}

-
©
|

6.4

LLY

e Molecule 15: 30S ribosomal protein S15

Sid

10%

60%

28%

2%

Chain CO: ™

884
L81

S81

3

18T

8LK
LL¥

e Molecule 16: 30S ribosomal protein S16

S.d
L

TLD
0.1

191

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 33

« 5%

18%

50%

26%

16%

Chain AP:

99d

€90

0€D

e
wev
gca

114
0ZA

S1d
PIN
€TH
(42}

e Molecule 16: 30S ribosomal protein S16

019
64

LY

N ™
[
R

et

€3

T84

6LA
8.9

e w.1

o
~
<

©
©
=}

6%

- 5%

14%

58%

22%

Chain CP:

L7Q

SPL
oL
155728

[ ] Tod
0%a

L

ved

CEL

0€Dd
620

el
wev

cTL
1148
0ZA

e Molecule 17: 30S ribosomal protein S17

4%

Chain AQ: T

« 5%

10%

48%

36%

00T

€60
(4

061
681

983

8.3
LLA
9LT
S.Y

E€LA
cLe

0L¥
6931

e Molecule 17: 30S ribosomal protein S17

3%

Chain CQ: ™

« 5%

9%

48%

38%

6G1

le°°
™ ™
- ~

e Molecule 18: 30S ribosomal protein S18

@ 001X

€60
64

TLd

20%

8%

49%

23%

3%

Chain AR:

[4°k:S
9%
09y

86T

9GL
it
sy

[4=L
1971

6931

LYL

791

4Lt
15728

6EA

LEA

SeY

0€a

82

STL

€T
TTA

(4}

D E

O

R L DWI
PROTEIN DATA BANK

W



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 34

e Molecule 18: 30S ribosomal protein S18

20%

10%

47%

23%

8%

Chain CR:

w4

(A
TN
0LI
69L

99T

By
©
5

e Molecule 19: 30S ribosomal protein S19

66%

15%

11%

44%

29%

Chain AS:

0 o -
0 0 ©
] -

© o = o
5 0 10 10
!—'I<>>‘

LYH

YEM

911

6A

00000
.w.
©w

e 18Y

e 8.4

® 9.
@ S.iv
e ©ld

€L3

e T.1
e 0
@ 69H

® L9A
99

® €9l
e 29I

e Molecule 19: 30S ribosomal protein S19

63%

. 15%

13%

41%

30%

Chain CS:

o M
© ©
H B

o006 o
@® o
0 0
Y

[4:98
TSA
08y

8YL
LYH

i
(4L

o
Id‘l
-

LeY
9eY
g€s
YEM

1€I

92D
STy
wev
TN

021
6TA

911
STT

(419

000 000000
o
=

.d‘.
©n

184

8.4

SLY

(X J .I. .i
e Molecule 20: 30S ribosomal protein S20

4%

Chain AT: T8

. 7%

9%

52%

+

31%

69D

L9V

g9y

€91

T9S

68V
8831

SG1

€971

0gd

©
<
5

8EN

O M W
0» OO0 0o
DO A
A HD DD g0

e Molecule 20: 30S ribosomal protein S20

e 6N

S6V

£63

T6T
060
684
88A
184
984

%81

28S
841

6.4

LLY

SGLN

TLT

7%

10%

52%

30%

8%

Chain OT: T

R LDWIDE

O

PROTEIN DATA BANK

W



Page 35 wwPDB X-ray Structure Validation Summary Report

AVTW

) 10 © © oIl M o IO N~ © o, © o P B T} o
- - o - SRS o m m m [ w wn 0 O 0 W W o ©
AdEEH®Eon med M awnx [ ] MaEundHAQX ©

()
o - N [Te]

O I}

=ZAana b=

(] e o °
S )
o~ woN~®oo o oo ©N DO ) ©®»O 00000
~ EENEKN®Q®®© QXX QDA a9 o R I I A ]
=} Za<lEamxn oS =gy | =< AdHODDD N0

e Molecule 21: 30S ribosomal protein Thx

70%
. T — o —
Chain AU: 52% 37% . %

0000000 0000 00000
o= o ©
o ISl

e Molecule 21: 30S ribosomal protein Thx

I13

63%
Chain CU: 48% 21% R T

o

o o [l ©
o M H o - o o (3}
[~ =4 TP Y &

e Molecule 22: 50S ribosomal protein L27

113

9%
. —_— ——
Chain BO: 47% 42% 11%

= 2.&.8 a8 EIEIEIE-E g8 §I§I§H§ E’IE’-E 8 EI IEIE 3UeTegs EIE 58
[ )
o N
e Molecule 22: 50S ribosomal protein L27
14%
Chain DO: 44% 45% 12%
0000000 [ ]
™ © © olls 0 © N~ =) ~ oM wolllo o« 2] 0 o - o N~ oo o
[ ]
o ¢ 0 «© o o
e Molecule 23: 50S ribosomal protein L28
%
Chain B1: 22% 41% 22% 5% 9%

) [Nl o —
- IS I .
(2= =2 © [= 30~ R-%

°

3] 10 10 © o @ - ] 0 ©N~IId N m
[=2] - -~ o o o™ (] w el 0 0 v ©0 © ©
<] A < > © & 0 SEc=toond mb><

WO RLDWIDE

PROTEIN DATA BANK



Page 36 wwPDB X-ray Structure Validation Summary Report

AVTW

[ ]
© ©0 o oo 0 © © o © © O - N m 0
© © © K~ ~ NN ~ © © © 0 D OB O =)
o A B> = Mo £ = v B3 H o M -

e Molecule 23: 50S ribosomal protein 1.28

4%
. _ e . —
Chain D1: 19% 46% 21% c 9%
[ ] [ ) [ ]
o 0 N~ © oo © o 0 — ~ - ™ 0 © N~ =]
0 N - — - o o N o (3] (3] < < 0 0 0 0 0 0 © 0
(72} [-% <t 0 H [ (4] £ B ~ o = = o o Mm oo
[ ]
oM © © oo™ ¢ 10 © 0 o © o - o [T
O W O 0 w0 ~ NN~~~ ~ 0 «© [ee] o O (]
o < 1=~ 9 = [ I - - E4 = ©w ~ Mo =1

e Molecule 24: 50S ribosomal protein L29

11%
Chain B2: 14% 25% 28% . 29%
(] [ ) [ ] ) ) [ X ]
— - - NN N N o o o ] <+ =y 0 [TolTs) 0
E4 AP E A ES Ed 3] Ed [<3] [ =] o - = o H

e Molecule 24: 50S ribosomal protein 1.29

11%
. |
Chain D2: " T11% 29% 26% . 29%

e o (N X ) (]
10 OO - NmEWw© N0 < ~ - o
= HHANNAAAN AN ™ %) <+ & o
X [ R e R (=) [ H O o

e Molecule 25: 50S ribosomal protein L30

150
R51
L53
K54
Q56
157

@
I}
I I:1

2%

Chain B .=

ain B3: 47% 47% 7%
[ ]

-am OEC yEsEe o yEy oMo Nom o 2ILETIIZIMD D B8 B 3

= o, 7] H o 4 (=2 ~ =1 =1 o ma o =2 > mx > oA = ==

e Molecule 25: 50S ribosomal protein L30

7%

3 I
Chain D3: 40% 52% 8%
L) o °

| - o [~ ® O =+ + © Q [v] n © © O M0 ON 0N o ©
HNMY NOOH-HA HHo QNN N 00 om0 o0 A s T s T e o) 0
Zadd MAPMuAH MAOK<<HNXS B A =4 N HEo=S>M|K > >



Page 37 wwPDB X-ray Structure Validation Summary Report AVTW

e Molecule 26: 50S ribosomal protein 131
%
Chain B4: e 25% % 55%

(]
=] o © o - @ ~ o
OO Ao e oA o @
DA AP ASEHHD oE>HE 2] =

M1
K28
I31

e Molecule 26: 50S ribosomal protein 131
%
Chain D4: T 27% % 55%

o oo © o - e ~
RV R s S o
Pa<eEHHD wE>HM 3

M1
K2
HS
P7
K8
L9
K28
E30
I31

e Molecule 27: 508 ribosomal protein 1.32
10%
Chain B5: 25% 47% BT TS

(] 000
=3 ™ < 10 © ~ Il o @

aom@o o~ oo G| 0 10 © 0

< X[Ela > o X6 x Mamea A =) =

e Molecule 27: 50S ribosomal protein L32

T26
L30
V31
C36
K37
A38
M39
P41
P42
H43

8%
. h
Chain D5: 27% 43% 22% % .

[ ] L O N )
o 0 © ~ o © =3 =3

o 0O N~ QB e I3l @ re}

< > NN meEaA | 3 A =)

e Molecule 28: 50S ribosomal protein L33
9%
Chain B6: "% 24% 50% . 17%

[ ] L ) (]
- o™ © - o © @ o
o - o o ™ =3 )
PEN =) O > = | 3] o

e Molecule 28: 50S ribosomal protein L33

20%
Chain D6: 7% 24% 52% 17%

° L ) o
- © - I © @ ~
pay - ~ ] @ < S
e} o B = =} 3] 3

e Molecule 29: 50S ribosomal protein L34

H23
V31
C36
K37
A38
M39
K40
P41
Y52
A53
G54

E24
Y39 ©
C40

e}
I3
&

N26

ci3 ©
K25
N26
Y39 ©
ca ©
R50 ©®



AVTW

10%

47%

43%

wwPDB X-ray Structure Validation Summary Report

2%

Chain B7: &

Page 38

SEY

[48

0gA
621

e Molecule 29: 50S ribosomal protein .34

LTD

12%

45%

43%

2%

Chain DT: o

0EA

LTH

<
N
|2

I
I
~

)
-
~

©
-
=]

<+
—
£

- o
~ - -
[ Mo

5% -«

26%

49%

18%

e Molecule 30: 50S ribosomal protein L35
9%

Chain BS8:

191
091
693

LGY
994

bsa

[4:0'8

081
670

i

[4L!

0va

YEM

621

LTL
9Ty
STH

€TA
TTA

61S
8TV

vTA

23%

54%

18%

e Molecule 30: 50S ribosomal protein L35
5%

Chain DS8:

291
791
091
693

L84
993

93

[4cp’s

081
6%A

©
<+
~

5740]
(44

YEM
EEN

621

LTL
9T
ST

€A
(44

61S
81V

5% -«

24%

45%

24%

e Molecule 31: 23S ribosomal RNA
3%

Chain BA:

(40

+

89D

=kl
%90

L¥D
i)

evY
(44}
152

6€D

LED

TeD
1€0

6zn
8Ty
L2d

qcn
44
€2

114
0Zd

81D
L1D

S1D

€1V
i
119

6n

LD

TETD
0E€TD

{445

0Z10

96D

£69

18D

©
@
(&)

)
©
[

18D
08D

wLY

0LD

89D
Lon
99D
S9D

€on

z0zTn
702D

S6TV
v61D
€610
2610
T6TY

881D
L81D
981D

7810

281V
18TV

6.L1D

9L1D

TL1D

861N

981D

2S1D
TS1D
0G1D

8¥%10
Ly10

SPID
w910
VEPTO
€910

071D

LETD

€ETD

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 39

ViLey

€920
[454)

09zH
682D
86zH
PAt4 )
eletd )
elet4 )

€820

1STY

8¥%CH
L%2TH
9%20

i4441

474
5744

LETO

-

S8C0
78cn

(43144

0820
6.2D
® Gl2d

HTLTd
DeTLed

3

0TLTD

ATlTn
XTLZD

3

LT.LTD
ST.LTH

brLeo

qrLen
atLzd

99€0
S9€0
79€0

qE9EN

ge9€ed
veoey
€9€D
coen

6GEY

8%€D

obeY
Shev
vPeED
€%€0
Thed
TvED
oveY

3
L

9€€D

veed

TEEY

8zeNn

S¥P0

EVPY
(4440
TvPn

PEPN

TEPN
0EDD

8THY
Lgwn
9THd
l470]

[44

0T¥d
61%0
8T¥D

9T%d

86€D

Ss6en
veey

68€D
88€D

498€0
v8eN

08eN
6.LED
8.L€0
LLED

bLeY
€Len

TLEY

6050
® 808D

SOSY

€08V
20SY

005D
6670

1

967D

£6%D

08%Y
6.7V

1

[4i4)

9%¥d

089D

9.8n
SLSY

TLSY

049D

894N
L98Y
9980

%990
£99D
¢9sn

Ll

gan

TGSD

0%9D

3

9ESY
efotei)
besn

0%90
6€90N
8€9D

SE€9D
€90

TEQY

629D
829D

et4°h]
%290
£299

0T9d
679D

€199

T190

809V

909N
S090

£09Y

T09D

669D
869D
680
969D

690
£69D

1640

6890

7890
£89D

TILD
TTLD

6040

90LY
SOLY

TOLD
004D

690
€690
2690
T690
0699

88901

€890
289D
789D

SL9V
.99
€190
TL90

84990
L8G90

S%90

£vov
Z%9D
99D

LLLY

PELY

E€ELD

TELD

Sv8d

i

680

€E8N

3

T80

v08Y

008Y

LBLD
96.LD

Y6.LD

68.LY
88.LY

08.LD

8LLD

7160 086V
6.6D

TI6Y VSL6D

o8
G189
€189
TL8Y £%60
o
6989
898N 8€6D
1980 | gen
998Y 9€60
G980 €60
%989
£98Y
2989
T€6D
0€6N

868N

qa8D %260
98D £260

[ ] Te60
1980 1269

8%8D 816V

9%80

:
L

07070
6€0TD

LEOTD

SE0TN

€E0TN

0€0TH

8TOTV
LTOTVY
@ 9co1n

7C0TD

0ZOTV
67070

ST0TH

0T0TV
6007V

90010

€007
C00TH

0007V
6660
8660
166D

£66D
2660

686D
886V

9860
S860

£86Y

186V

€9TTD

19110

F

LSTTD

€GTTD

YHITD

15437
0%11D
6ETTD

9ETTD

CETTY
TETTD
0ETTN

O

R LDWIDE
PROTEIN DATA BANK

8CTITY

9CTTY
{43 5]

F

12110

61110
8TTTD
LTTTD
9TTTD

TITTV

60TTD
80T1TN

€80TD
2G80TD
TS0TH

8%0TY

W



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 40

STTTH
%TTID

2TTTo
L i4an]
12210

|
L

81CTD

S1TTH
vicTy
12TV

11210

€0TTH

10210

96110
S6TTH

26TTH

06TTD

88110

98T1D
S8TTD

[4:394
18110

L
i

6LT10

0LTTD

89T1H

99T1D
SOTIN
%9710

L6TTO
96CTH

v6TIn
€6CT0
z621n
16210

88T1N

€821H
[4:14 1

6.21H
8LTTV
LLTTD
9LTTV

€LT10

TL21D
0L210

89TTY

¥921D
£9210
14441

6SCTH
89TTD
LSTT)

g4egINn
YSTIY

(44 %]
189210

9vTTV

[liz4 1)
6ETTH
8ETTH
LETTY
9ETTH
SETTH

0€TTO
621D

79€TD

8YETH
LYETD
9YETH

EVETD

1PN

6EETH
8EETH
LEETD
9EETY

EEETD

TEETY
0€ETD
62ETN

LTETD
9ZEIN
STETH
¥TETD

TTETY
12eTY
0ZETD

9TETN
STETD

TIE€TD

662TH

9THIH

1142%)
0Z%10

81%1H

€I%1D
(43231
11910
0T%TD
60770
80%T0

90%10
S0%TN
H0%1D

L
i

00%1H

96€TN
S6ETY
v6ETN
E6ETV

L8ETD

C8ETH

9LETD
SLETD
v.LETD

TLETN

99€TV
SOETY

[432%)
161D

68710
88%1H
L8%TD
9871V

9L%T0

TLVID

6971V

S9%TH
¥9%10

LSTTV
981D
SSPTD
£S%10

18910
Y0S¥10

LYP1D
9Y¥10
¥S¥¥10
SYPIV
YPH1D

[444%)
P91

6EVTV

SEVTD
YEVIY

89GTH

£2410

€1S8T0

T1STD

00STH

CTEITV
VIEOTY

0€9TH
62910

9291H

€291H
(4422 %)

6191D

€191D

10919
009710
66810

LB6GTY
9681V
S6STH

€6STD
CT6STD

i
k

€69T70

6891V
88910

98910
98910
%8910

18919

SL9TD

L

0L9TD

89971V
L991H
99919

S99TV

€9910

09970
639970
89970

£%91D
(425
TPOTV

8€9TD

9€9T10

i
L

8L.L1I0

9GLTD

8%.LTD

9%LTD

0gLIn
6TLTD
8TLTD
LTLTD
YILTD
€T.10
CILID
ﬂ«mﬂu
90410
SOLTD

€04TD
CTOLTD
TOLTV

TS8T0
0G8TD

8%8TY

%810

TEBTD
0E8TD

8C8TH
LT8TD

v181D
€18TD

T181H
0T8TV
608TY
808TN
L08TD

S08TN
081D
€08TY

T08TH

96.10
96.LTD
Y610

T6LTD

F

06470

88.LTD

9T6TN
ST6TD

€610
2THTD
12619
0Z6TD
6161V

8161V

9067TD

L681D

96810
6810
€6810
26810
6819
0681V

L8810
98810

881V
€881D

6,810

9,81V

v9810
£€98TD
981D

LS8TH
968TH

€481V

8667TD

96610
S6670

£6610

T6610

6861D
88610
L86TD

E
3

69610

0E€6TH

[4:{4]

6%0TH
8%0TH
L9020

S%0T0

£€0TY
2E€0TH

2zozn
12020

6002H

200TH
1002V
0002ZH
66610

@ 9072)
L]
@ %07Td
L]
@ <coten
@ 1072)
]

meND
96020
86020
760TD
£60CH
NJ“ND
68020
880CH
,802H
98020
§8020
%8020

[4:1v4)
080zH

6,020
8L0TD

O

R LDWIDE
PROTEIN DATA BANK

W



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 41

T€2TD
0€TTH
622TO
82TTH

j(444)]
£22TH

02eTH

812cN

§02Td
£0czn
T0TTd
10220

861CY
L6120
96120

€61CH

@ 681cn
@ 88120

981ZH

¥87TH
€8T1T0

T6TTO
16220
062TH

982V
S8TTO

4144
18220

6.2TH

LLTTH
9.2TH

T.2TH
0.TTH

922V

¥9¢ed
€920
cozen

09gzTd
632TH

98¢TH
SS9TTH

0S2TH

8%CT)

vheen
eveen
[4744)

0%2Td
6€£TTH

LETTH
9€TTO

£€TTN

Lsgegn

|

c&eTy
TSETH

6%€TH

vbeen

0%€TH
6EETH
8EETD
LEETD
9EETY
SEETY

0EETD

8TeETY
LTETY

gceTd
vceTd

LTETD

[orezd
STETD
P1€T0
€1€TD
z1een

@ O1€cy

20€TH
TOETD

662TD
862CTY

%6220

¥Tved
£2hen
TTHTY

61¥%2N
8THTY

STHTH

€1¥%2H

To%en
00%2H
66€TH

S8ETH

€8ETH

TLETD
TLETH
0L€TH

99€TY
S9ETH

£9€T)

6SE€TO

88%CV

S8%CH

i
3

28%CH
1892
08%2D

L9%2TD

£9%20
coven
192D
09%en

98%2d

9E¥TH

L
it

8T¥%TH
LT%TO
9THTY
STHTV

£992n
c¢9sen

L862TH

£49G62H

TPSTy
07920

8€49TO
Lgszn
9€4TH

veESTY

19TV

6249TH
8z4zN
L2820

§248TH

£249TH

L1820

21820

808TH

£08cy
c08zTH

66%C0

86%C0

96%20

£6¥2n
c6ven

929TH
ST9TH

2T9TH

02920

8192D
L1920
9192D

£1920

S092n
v09zn
£092D

6692D
869CY

96920

3

6920
£6920

164820

£89TD

089zn
6,820

LL8TY

91820

TL8TY
TLSTO
0.STH

S98TY
voscy

%6920
£69CV

16920

S89TH
¥89zN

289cN

08920

i
L

8920
L,92H

SL9TV
%L92D
£L9TH

1.9V

%9929

L89z¢V
989zN

£3992n
TS89T)

08920
6%920
8%920
L%92N

L

{4214

0%92H
6€£9TY

(414
1€92H
0€9TH

L29TH

F

S9LTY

T9LTH
09420

§9G6.T0

TS.L2H
67 .LTV
8vLTY
LYLTH

ThLTO

0bLTY

YELTY

CTELTD

iH

0€.LT0
62.LTH

etak4 )
YTLTD

TTLTH
LTy
0z.Lzn
6TLTD
8TLTH

STLTO
Y1LTD

137%4
0T.L2d

v0.L20

8692N

S6920

0%8TH
6€8TH

9€8TN

® €€8TD

1€82H

62820
828TH

928TY

228TH

0Z8TY
618TH

L18TH

S18T)

0182V
608CY

L082H

1082V
66.T0

88.LT0
18120

28.LTH

9LLTY

vLL2D
€LLTD
TLLTD

96820

99820
§9820
%9820

98820
949820
¥98¢H
£4820

6%82N

L7820
9%8TH
S¥8TH

£%82H

e Molecule 31

%820

23S ribosomal RNA

27%

46%

4%
| S—
21%

Chain DA:

(4

+

88D

i)

€8V
[4:44

S¥0

evY

0
0%D

8€Y
LED

(44

0Zd
61D
81D
L1D

e

€TV
{491}
L) 119

O

R LDWIDE
PROTEIN DATA BANK

W



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 42

€ETD

0E€TD

0z10
61TV

110

0T1d
607D
8010

9070
S0TD
010

160
969

™
o
[

180
980

€89

089
6.LD

9.0

{221
€LY

049D

899
90

S90

9020

€020

102D

66TV

€610

06TV

881D
L8T1D
981D
981N
810
€810
(42344
18TV

6L1D
8L1H

9L1H

TLID

891N

%STD

43 %]
TS9TD
081D

8¥%10
LY10

SY1H

VEVTO
EV1D

071D

LETD

q1LT0
arLed

ViLlTy

€920
[4214
T9¢H
092D

L8Ty
98Ty
qsey

€820

%Y

6€TN
8€TD
LETO
9€TD

£ETY
TETD
TETD

® 62Ty

(444

81TV

91Ty

60€D

L0€D

acLcd

ATLCN
XTLZD

F

LT.LTD
STLTH

brLed

DTLTO
4T.L20

99€0
S9€0

420

£%€0
{425
T9€D
0YEY

8EED

9€€0

veed
£€ED

LTED
9TED
STED

€TeD
CTEY

0ZEY
61€0

91€0
STED
vIeEY

(425

0TEY

9%¥D

344
(444
1542

E€EYD

€90
0E€%D
({144
8THY

L

£TYV

6T%0
8T¥D
LT%0

452

119D

60%0

90%H

L
i

109V

86€D

£LEN

TLEY

18D
1180
0TS0

¥8%0

(454

08%V
6L%V
8L%V
LLBY

Y.YD

L9%D
99%V

vovn
£9%D

8G%H
LG%Y
98%D

€39%0
{45575

6.9D
8LSV

9480
SLSY

0.9D
6980
8960

€989
98N

099D

869D
LS8N

€699
269D
199D

0%90

S€SD
vean

0790
6€£90
8€9D

S€9D
7€9D

829D

S299
%290
€299

029D

8190

ST19D

1190

809V

9090
S090

€09V
209D

669D
869D

969D

69N
£69D

1650

689D

989D

€89
289D
189D

690
1690
0699

789D
089D

SL9V
.99

899D
990
999D

299D

099D

899D
890
9699

6%9D

*

L%9D
S%90
£voV

2%9D
%90

L

044D
692D

L9.0
9910

BoLY

T9LY
0949

8.0
9810

¥4.L0

082V

Ly.l0

TELY

TELD
0€LD

8T.LD
LTLY

STl
voln
€TLD
TTLY

0Z.l0
61.D
8T.LY

TTLD
TTLD

6020

9€8D

7€8D

T€8D

628V
878N

i44:1

0Z8Y

818D
L180

i

€180
C180

0780

908D

708V

co8y
108D
008V

3

9640
S6.0

68.LY
88.LY

S8LH

084D

8LLD
LLLY

8060
060

S060
706D
€060

@ 006Y
668V

® L68D

£680

494689
468D

14880

678V
878D

L

278D

6€80
8€8D

TL6D
TL6D

896D

996D
S96D
%960

786D
€96V
2G86D
TS6D

L%6D

%60
£¥60

TEED

vc6d
€260
zcen
1269

816V

+

7160

T16Y

606V

O

R LDWIDE
PROTEIN DATA BANK

W



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 43

LEOTD

SE0TN
%E0TD
® mmmﬂb
0€0TH
6201V
8201V
LTOTY
@ 92010

%201D

0201V
67070

STOTH

0107V

L00TD

L

S00TD

[ %0030
€00T1H
200TH
T00TY
0007V
6660
8660

%660
€660
2660

066V
686D

1869

£86V

086V

LSTTD

€STTD
CSTTD
18719

YPTITID
EYITV

PTI0

6ETTH
8ETTH

9ETTH

CETTV
TE€TTD
0ETTN

9TTITV
STTTH

€CTTD

8TTTD
LITTD

€TTTH

V12TI0
12T

81210

L1210

41911
€1TTV

11210

80210

S0TTN

86110

96110
S6T1TD

F

16719
061TD
68TTV
88110

98TTD
S8TT0

[4:294
18T1D

¥8TTY
€8TTD
282N

6.TTD

LLTTD
9.TTY
SLTTY

€210

TLTTD

89CTY

v9TTD
€920
29TTY

8GTTD
LSGTTD

eict4 91}

[414 3]

8%TTD

SHTTD

€%TTD

[ViZ4 9

8ETTD

GETTD

veTIN

0ETTD
62TTD

LTTTD
9TTTY
STTTH
{44

8YETD
LYETD

SPETD

TveTN
oveTN
6EETD
8EETD
LEETD

YEETD
EEETD

TEETV
0EETD
62ETN

LTETD

STETD
YCeTD
€TETN

TTETY
0CETD

9TETN

€1

F

60€TD
80ETY

90€TD
SO0ETD
Y0ETD
€0ETD

66CTD

LB6TTO
962TD

26TTIN
T6CT0

68CTD
88TTN

98TTY

€TPID
CIPTY
TI%10
0T%1D
60%1D
80%1D

90%10
S0%TN
v0%10
€0%10

00%1D

96€TN
S6ETY
v6eTN
€6ETY
T6ETY

88ETD
LBETD

9LETD
SLETD
PLETD

0LETD
69€TD

99€ETY
S9ETY
Y9ETD

8GETH
LSETN
9GETD
SGETD
vaeeTy
€GETY

0GETD

6.%1D

0L%1D
69%TY
89%10

® 99919
v9%10

29%10

LSPTY
9G%1D
SGPID
€3%10

TS%10

0S%1D

8%%1D
LY%1D
9%%10

SYPIV

ThPID
971D

6EVTY
8EYTIN

SEPTD
YEVTY

CTERTO
TEVIN
0€%10
62%1D

ZTHID

0ZH10

8THID

TSST0
0SSTD
67510
8%8Td
PAZR )

TT1810
018TD

88%1D
L8%TD
9871V

¥8%1D

9191V

0910

2091N
T091H

66970

LBSTY
96STV
S6STD
691D
€69TD
26STO

06910
68910

L8SGTY

¥8910

28910

6LSTV

LLSTD

€LSTH

TLSTY
0LSTY

8991H

9981V
§99T10
9910
€9G91H

9GST1H

€991V

6,970

LLOTY
9L9TY
SL91D

1

0.91D

8991V

99919H

19919

62910

991D

v2o1d
€291D

619TD
8T9TY

P9L1D

VS%LTID

€¥LTD

TOLTV

66919

£6910

6891V
88911

98910

78910
€8910

ST8TY

2T81H
1281V

9181D

€181D

T1819
0181V
6081V
80870

90810
S087A

€08TY
2081V
T081D

96.10
S6.10

€6.10
T6L1D

06470

S8LTY

E£8LTY

T8L10

8.L.10
LLLTIN

YLLTD

6941D
89.70

99,10

TO6TV

18810
98810

¥881Y
£88TD

6.8T0

® 9.81V

%9810
€981H
2981H

F

L881H
9881H

£98TV

18810
0S8T1H

8¥8TY
9%81H
S¥81D

%810
£%810

0%81H

8€810
LE8TD

SE8TH
vesIn
£€81N

€819
0€8TD

L9670

S96T0

29610

0967V
63961D

L3670
98670
S3G6TN

36TV
1414

6761D
8Y61D

97610
SY6TH

E£Y610

LEBTY

626T1D
8T6TV

9T6TN
ST6TO

@ E€ET6In
(4435

F

L1670
9161V
ST670

@ EI6TY
11610

® 01619
® 60670

L[]
906D
S06T0

206710

R LDWIDE

O

PROTEIN DATA BANK

W



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 44

12020
020Ty
610CY

STOTY

210TH

6002D
8002)
002D
900D
S00TY

200zTH
1002V
0002H
66610
86671D

L

%6610
£6610

S861H
%8610

28610

8LETV

S60T)
%6020
£60TH
6020
16020

68020
880TH
180TH
98020

%8020

280TY

08029

8.L0TH
LL0TY

§S.020
vL02n

£9020
2902V

090TY

880CTY

vsocy
€80TH
[4:{4]
1502V
0802D
6%02H

L%0z20

¥8TCH

@ 90712H
ol o120 |
® %07TH
ol 0720
@ <¢oten
@ 1072D
o 0072
66020

96020

Lsgen

062ZH

vbcen
€¥cen
t4z44)]
3744
0%TTd
6ETTD

€0cen

L612n

96120
€67TD
2T61TH

@ 1612)
o
@ 6812n

@ 9812)

LTET)

STETH
Y1€T0
€T€TO
(42141

® O1€eTy

90€TD

T0ETH
TO0ETD
00€TH
662TH
862TY

¥62T0

6220
062TH

98zTY
§82To
¥82Td

T8TTH
18220

6.2TH

L.TTH
9.2TH

£8ETH

08€TH

8LETY

SLETH
v.LETD

TLETD
0LETH

99€TY
S9€TH

£9€TH
T9ETH

6S€TO
8GETH
LS€Tn

¥9€2D

41314 )
1S€CH

8v€TN

vveen
£Y€TO

0veTH
6EETH
8EETH
LEETH

SEETY

E£EETY
ceeeTn
T1€€CH

LTETY

STETH
vTeTd
€TETH
cTETY

SY¥TH

4374

£ghen

2374
L1%2D
91%2d
S1%CH

£1%2H
[4544])

0T%CH
60%CH
80%cn
L0%TH

00%CH

98€TH

Tr8en

oo

L0STO

£08CY

66%2D

6%

® ©.¥TD

95%TD

-

TSvev
0S¥TY
6%%2n

LLSTY
9.STH

L

TLSTY
TLS2TD

9982y
98Ty

992N

09820

859S5TD
LSSTH

F

€G69TH

6€5TD
8€STH

928TH
t4i4]

£28TH

67520

TvoTh
1992
0%92H
6€9CY
8€9TH

[4::144
1€9¢H
0€92H

L29tTH
9292)

229Td
1144
0292)
67920

£1920

¥09zn

b
L

0092V
66STH

L68TH
96420

T68TH

07420

%0.2D

10.2D
00420

86920

F

¥692D
£69CY

16920

.8920

S892H

28920

0892D

L.92H

£.92H

TL9TY

S99V
%9929

L899y
949zN

9L.LTV
SLLTY

€LLTD
TLLT)

99.2H
S9.LTV

€9.2H

19.2H

192D

5i2k4)
8v.LTv
LyLTH

6e.20
8ELTV

YeLTY

CTELTH

0€L2D
62.L2H

)

tak4 )
¥T.LTd

ceLTd
7x4
0z.Lzn
6T.LTH

LTLTH

STLZD
¥1.2D

S¥8TH

£%8TH

1%82D

6€82TH

® €€8cH
cesen
1€82H

¥28Td

91820
§1820
%1820

11829
0782V

88.L20
L8.20

¥8.2D

96820

1682H

888TD
882N
988TH
S88TD
v8sTn
£88TY
88Ty
18820

8.82N
L.82H
9.8¢H
49,820

£.8TY
TL8TH
TL82D
04820
6982D
898CY

9982n

S982n

4946820
498TH

[4:7k4)

R LDWIDE

O

]
——_N
]
@
—"wA
=
<
a
Pm
o
=
=
o
o

B



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 45

5S ribosomal RNA

e Molecule 32

24%

55%

16%

<
3
IDl

3%

Chain BB

DO =
0 © © ©
< O O

~
%)
<

©
rel
S

<+
rel
S

089
6%0
8vY
L%
il

o

6EY

LED
9€D
gen

o N M
M mmmmn
OOV B D

o000
QN 0O~ 0D
oD DD DD
OBOOD OB

5S ribosomal RNA

12%

~
[
(&

10 ©
A
O o -

02D

T10

=
[T} ~ o =
3] © S O

)
(&

e Molecule 32

=
Do

LTTD

STTD

TT1D

LOTD
907D
SOTV
7010

2otV
T0TD
00TV

98D

€80
28D

6.0
8LV

vi0

TLd
TLD
04D
69D

o9y

€90

26%

54%

16%

Chain DB

® 29
99
09D
63V

LSY
98D

® 9D

-
<
ID

6EY
8€D
LED
9€D
gen
ven
€€D
[4>0)
1€0
0€D

oty
STy
j44)

-
o
©

o
N
©

v10

o -
o
(T3]

0 © N~ (=)
OO w (2]

LT1D

® S11d
® %IID

T119

LOTD
907D

010

00TV
66D
86D
L6D
960
60

L2

€69
[4:0)

98D
S8D

€89
28D

6.0
8LY

50S ribosomal prote

9L

w0

*

0LD

1

e Molecule 33

99y
S9D
%90
€9D

11

%
B
rw-
Y

891
1,94

91
€94
(429

19%

09y
6831
8GH

0SL

ovb
SYN

<
&
=

+

0 O
(e Ry
Mo

e
3

47%
3 &
EE

[
I\l [t} DO
o N N ®mm
v |2 AR X ©
™ S 0O N © I 0 © K~ ©
© 0 0 O © 0 ) O D O
B> =, =] | >

32%

Chain BD

SETd
veTH
€ETT
CeTd
TETT
0ETY

LTTA
9zTh

607a
80Td

YOTA

[41%’S

-
©
<

08y
6LA

LLY
9.d
SLI

E€LA

0LM

L61D

E€6TA

T81d

6.1S

3
B

SLT1
vL1I
E€LTA
CTLIK

3

S9TI

3

091D

84TV
LGTH
9GTY

221%)
€41V

08Ty
6%1d

SPTA
4211
E€YTH

LETd
9€TI

021
69c4d
89z
L9zs
99zs

982H

szl
€920

0GCM

8¥%cS

9%ed
Sved

1574
ovey
6€TH
8ETH

® 9€Td
SETH

E€ETH
2€Td
TECH

8gcd

508 ribosomal protein 1.2

9TTH

iz44)
£eeTH
[444:S

*

L1TH

S121
j414:

e Molecule 33

20%

49%

30%

%
i

Chain DD

A
=

94

£9Y
(428

094
693

o [l
L B
=1 .-

SPN
PN

+

6eY1
8€N

9€d
SEN

(43
Tex
0€d
62d

STL

TTs

8TA
LTL
9T
ST1d

™
=
"

6%
8d
LY

cerd
T€T1
0ETV
6CTN

LTTA
9zTh
SeTI
¥C1d
£TTV

1C1d

6TTY
8TTA
LTTA
9TTh

601d
80Td

4029

(4019’8

66

L6
96H

T6I

L8N
98d
980
¥8L
€84

18Y

6LA

LLY

S.I

ELA

0LM

O

R LDWIDE
PROTEIN DATA BANK

W



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 46

L0TH
9021
S0TA

20Ty

3

L61D

S6TV

€6TA

061X
6810
8813
L81D
98TH
G8TA

3

7813

6.L1S

3
B

SLT1
YLTI
E€LTA
CTLIX

-

9971

2918

091D

84TV
LSTY4
9GTY

2515
€8TV

081X
6%1d

SPIA
PPV
E€¥TH

LETd
9€TI
GETd
veETH
€ETT

TLTY

0421
6924
892
1L92S

9G6¢TH

$9TL
€90

0SCH

8%CS

9%2d
Shed

TPed
[ViZ4
6€cH
8€TH

® 9€Td
S€TH

E€ECH
ceTd
TECH

8¢¢d

9TTH

ooy
€ceTd
(444

1

L1gH

STC1
1414,
€12
(4143

(O 34]
60TV
80Ty

508 ribosomal protein L3

e Molecule 34

5%

19%

45%

31%

3%
[

Chain BE

29d
@ 19

[ ] 65

99d
GSN

T84
089

T€D

629
8cy
21

GTA

€TA

8€Td
LETH

SETH

6CTH
8TIS

ccrd

TCIN
0ZTH

LTTH

0T1d

80TS

T0TY

961

6L
T6A

~
@
m

G8N
84
£80

T8I
083

8.1

vld
€Ld

oLy

89V

S99
oy

T102L
00za
66TH

96TA

CTETN

08TN
6.13

9LTI

wL10
ELTA

0LT1

S9TA

€974

Ll

SGTH

419’8

1STX

9%TL
SPTIA

[44%)

e Molecule 34: 508 ribosomal protein L3

0%1s

2%

5%

17%

47%

30%

Chain DE

S9D

29d
194

6GA

LGY
96d
96N
e #8b

184
089
67T
i)

oY
SPL

8EL

8€Td
LETH

SETH

ZETH

6CTH

8T1S

cctd

TZIN
(47,

011D

80TS

Y0TA
€01a
2OTA
T0TY

G961

6L

L83

G8N
84
£80d

T8I
083

8.1

vid
€L3

oLy

®
89V

ToTL
0023
6674

96TA

+

BTN

681d
88TA

98T
¥81A
€811
2811

081N
6.13

9LT1
SLTA
vL1a

L

0LT1

89TH

S9TA

€913

09Tk

SGTH

508 ribosomal protein 1.4

[4h%')
TSTA

6714
L¥1d

9YIL
SPIA

[44%)]

e Molecule 35

7%

15%

49%

33%

Chain BF

01d

A

[
=

® 7PEID

CETA

6214
® 8TIV

9TTA
GT11
¥C11
€211

6174

L17d
911a

07711

80Ty
LOTH

GOTA

€0TX

T0T1

96a

Sy
[
a

26d

064

S$8D

18d
08Y

re
N~
£

o
~
~

o
~
2

89%

O

R LDWIDE
PROTEIN DATA BANK

W



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 47

€0zb
20cd
T0oCA
0023
66TH
86TV

1614
0673

88TYH
L8TA
9871
S81a
¥81X
€8TA
Z8IN
81T

6.13
8.L1d
LLTY

0LT1
691N
8974

S9TH

€9TA

89TL

G711
YaTA
€418
4 5cs

i

YyIA

(47411
IV

8€TH

SETH

e Molecule 35: 50S ribosomal protein 1.4

8%

17%

49%

32%

Chain DF

6214
@ 8TTV

9TTA
elay
%11
€211

6174

L17H
911a
STTV
YITA

0TT1

80T
LOTYH

SOTA

€0TY

10171

96d

v6d

26d

064

T8d
08Y

N oS0
[

0LL

891

89TL
LSTA

9671
»STA
€418
4] %)

OYTV

YrIA

[447.)

8€TH

SETA
YETD

CETA

m L5

50S ribosomal protei

e Molecule 36

21%

17%

59%

23%

Chain BG

0
=

T
0PN

8EA
LEA
9EN

€Y
® <C&d
T€A

62H

LTN

E{AS
j/4)
e€cd

0zI
611
81d
L1d
9T
STA

€18

TTA

SeTd
¥CTS

*

0ZT1

® B81TH

PITL
€1TH
® TIid

S9D
oL

o zami |
814
0814
6.1d
8.L14

9LT1
QLT

TLIV

8972

S9TL
%912

2911
T9TL
0974
6GTA
84TV
LSTI

® <T8T11

6%TA

50S ribosomal prote

® 9%Ik

PPII

P14

® 6ET11

LETH

YETD
€ETT
CTEIN
TETR

LT1D
9z1a

m L5

e Molecule 36

16%

60%

41%

23%

Chain DG

8sh

<+
©
3]

PITL
€1Td
C1id

S9D

O

R LDWIDE
PROTEIN DATA BANK

W



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 48

814
0874
6.1d
8L14

® 9.11

000000OCOCTS
©
10
=
a

50S ribosomal protein 1.6

o 000000
10
®
-
a

e Molecule 37

11%

16%

40%

28%

4%
L

Chain BH

< 10 o
) u)..c
- =

=] o
<+ 10 0
== =

o

o oo
S O
@ ===

[0hc

e 911F
STTA

3

v013

L

664
86T
L6Y

S64
761
£6D

16D

88T

50S ribosomal protein L6

984

088

[
~
=

© ~
~ o~
)

LN
eLY

TLTT

69TA

[
©
-
o

212

49418

TSTI

e Molecule 37

6% 11%

13%

43%

21%
27%

Chain DH

670

0000000
0
&+
=

ceETH
TETA
0ETY
6CTL
@® 8Cld
L2138

STTA

® €Ecud
CTTL
1CTI

811d

o1Td
STTA

® LOTA

7072

~ ©
QO
=]

S64
¥61

™
P
>

169

88T
18T
983

08s
6LA

LLA
9LA

wLN
eLY

694
89L
L9T
99D

%91

TLTT

69TA
891d

S9TV
42129

2911

50S ribosomal protein L9

TGTI

8%TI

SYTY
BYIA
€710
(425

e Molecule 38

(A%
6£TD

SETD
PETS
€ETA

9%

17%

55%

1

25%

Chain BI

| =
o 0 © N~ =
£ = oA | 2]

agy
i)

[4:1 4
TSI

67V

el

<
&
=

~
® o
LR ]

©Q
2!
<

0 © 0 PO -
N AN ® MmO
o = s S Y
iIIIII II

e
N
.

b
N
=

L1D
919

71a
€19
(4%}

€0TH

C0TS

668

96a

€61

[} 681

£8Y
[4:1
13:7
08d
6.1

505 ribosomal protein L9

i)

TP

e Molecule 38

6£Th

9ETA
® S€1d

C€Td
TEH

X

n

—

X

©o

Yo}
N
o
<

X

~

~N

—

A

]

o

<

]

&)

R LDWIDE

O

PROTEIN DATA BANK

W



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 49

€9V

000000 OO
-
©
=

0]
€9y
zgY
181

677

0
d‘
B4

<
<
-

6EY
8€T
LEA
9EY

L

TEd
€T

40 Ok oo

a g oo

© ol
L)

[
N
o

148

6TA

L10
919

71a
€190
Tl
TN
otd

|
o 0o
SR e |

[y
@ 1071
L]

664

960

w6V
€61

684

SHTA

TPIA

6€TH

® 9€TA
® S€1d

e Molecule 39

CeTd
TETH

9TTR

508 ribosomal protein 1.13

6%

26%

49%

19%

10
=
pE|

™
@
B

4%

Chain BN

o
©
=

©
I}
=

™ § 10
0 0 10
E

184

6%D

+

9%A

¥vd

wa
0%d

©
)
£

©
2
©

1334
0€I

@D

I3l

&
© o
© ©
SIS

~
o
=

9TT

+
a
o om

e
[
=1

1148
02D

81V
L1

ETM

61
8b

9d

Lg1a
9¢1d
STID

(449
TTIH

L1174

ST7Y

€119

801d

90TH
SO0TD
4058

TOTH
0072
66T
861

963
S6d

o
o O
B

1671

o
R
=

98d

E€LL

508 ribosomal protein .13

e Molecule 39

5% -«

29%

[
<
S

46%

20%

0
—
=

®
) ©
] @
& A

4%

Chain DN

(42

98N
GSA
18
€GA

T84

© N~
&+ &
=]

<
<
o

wa
0%d

8EH
LEX
9€D

CTEL
TEY
0€I
621

P
©
B3

LTV
9¢1
GTH
44
€21

T
029

81V
L1a

ETM

6A
® 80
5t
9d

29

170

8CTH
LT1a
9T1d
STTH
4441

CTTIA
TTIA

L1T4

+

90TH
SO0TH
Y0TY

TOTH
0073

© ©
-] =)
(=] -

10
[
%

™
o
=1

o
> o
= 4

[
@
m

€LL

8€TT

e Molecule 40

9ETH

(434 )

508 ribosomal protein .14

9%

49%

40%

i~ o o
= -
@ X =

Chain BO:

6€1

o ~
® ™
< a

0 ©
a
e

@
I3
~

PIL

o
—
a

0TA

© N~ o
B> Aam

¥d

[43

691

L14

1n

50S ribosomal protei

e Molecule 40

O

R LDWIDE
PROTEIN DATA BANK

W



Page 50 wwPDB X-ray Structure Validation Summary Report

AVTW

: .
Chain DO: 36% 51% 12% -
- N + 0~ O - — o N N NN o o (3] S s <+ & 0 [Te] w0 0 O W O W O ©
= H % B K> < AQ [ 2] < o = ~ o - a - w0 MOE A D Ed a Ed < >>P>m 3
hlcnlﬂ-m«:h o Il o o morwlohwm-gggg 2-335-&
© ©0 ~ N~~~ ~ 0 ] 0 (] [l I I ) o o - o -
3 =] ~ 0 o< - =9 = < =] = o ~ o> L e = ] Ed
e Molecule 41: 50S ribosomal protein L15

7%

. L

Chain BP: 19% 32% 35% 1% .

H27
K46

(] (]
o ™ ¥ 0 @ o 10
0 © N~ - aaa N ® ®
Aaam < [N & B o

(] [ ]
© r~ [ o
o o [@l o
B o[BS

© o o ™ » o © o~ ol
© ~ N~ N el © (SR Ne) o
© o= o P Pl R
® [ ] (] (N ]

© oo © @ o o Sllw © =)

NI 0 0o ™0 & < & & <+

[ Rl R R | - =l - - =

H ko A< o Blo > |

e Molecule 41: 50S ribosomal protein L15

5%
Chain DP: 21% 31% 36% 0% -
o M w0 ~ o o) = © Q ]
© N~ — AN O ] < < & r:] 0
A < SRR - £ = 0 & < ©
(] o o (] o
< ™ ~ o N M S 0o
© o o ™ [ = © © = ol © ~ @ o — — A acgaaaa
© E~ NN N © ® @0 o0 oo o@o - = HoAH A o
] oB oo o > XA BE > o S 1] = m =M axs >
(] LN )
© o ¢ © o ™ wn 0 (=]
Iﬂ-mm ® < < < & <
=ood — = — -
= v A< o @llo > =}
e Molecule 42: 50S ribosomal protein L16
6%
Chain BQ: 21% 53% 21% ..
- o — < 0 ~ 2] — oM © - o © N OO
P} L B W N N B I R S 1900 0 10 10 1
2o A d>=aEa=EA B o k=< o m
o N + 0 O~ 0D ™ ¢ 10 © N~ © (= <+ 0 ©
0 © 0 O o m WO~ 0o < 0 N~ oo O o oo oo oo o o o IS TS IS IS
©OMOONNENNNENNNNN DRNDDOD A Ao B e b I R I I
oH @A A A e KX A A SSESXA0EESMEE <O > CeSEZM<a@H< XdJadao

WO RLDWIDE

eP

PROTEIN DATA BANK



Page 51 wwPDB X-ray Structure Validation Summary Report

AVTW

L] LN ]
® o o ® S woN oo o
A ® M@ mmmmon
Rkl sl ]
[N 2eaa>an<

e Molecule 42: 508 ribosomal protein L.16
6%
. h
Chain DQ: 21% 52% 22% -

[ ] [ N )
- o 0 © N~ 0 O @ =) - M ¢ 0 ~ ) ) © [~ © N~ © o
- - oo o H N o (3] m mm o o R s < w0 [PTolTe) ©
E=4 [ ] o B (=] (- - =1 -9 =B o ~ Mo e o
[ ) [ ]
o - < 0 N~ o O ™ < 10 O N~ o - <+ 10 ©
0 © o O N md 0o o o - 0 © @ o < i~ 0 o © © © o o o © o o o o IS TS IS IS
©0 © 0 O N~ MNMNNMNNMNMNNMNDNDN [ 0 « [*2] (2] DO H A - — - oo o o o
e H oA - I .| = E L) () (3] = RN [T < O > o< = [ <t J o<t B -9
000
e eRs] (V] O N~ o O
NN Mmm (] M m oM
S e oae @l o o@o s
M B XA ~ <t > [
e Molecule 43: 50S ribosomal protein L17
%
. P -
Chain BR: 23% 58% 16% .
[ ]
O - N M DO~ (] ~— o < o o ~NO OO - Mm 0 0 oo =N M (2] -~ (2]
(3] OO oA — N o AN m m m m MMM S < 4 & 00w w o w 0 © ©
== Mmoo MK Jd=,innonde e el = o B o " - B A< m (&) SsAamnm-aH DA< (=} o ~
o - 0~ (2] - [ )
<+ © o <4 0 O~ o - g v ~ o=l < ~ o O oo o o o — -
0 ©0 ~ ~NNN~DN 0 0 el el e e ) (] [} D H A — — - - oo
-5 =4 -1 MO BE> o B Aa < Q. - Aaxoo > = Mo <t m unl< =1 =]
e Molecule 43: 508 ribosomal protein L17
2%
. . ———_——
Chain DR: 26% 54% 17% ..
[ ] [ ]
O - N M IO O~ (<] - o — o N~ O - AaNMm oo o - N M 0 (<] - o
m OMNOW D o o -~ oN o N [32] m m o m RO s < <4 0 10 0 10 W W n ©0 0 0
=] momMmikJd=Minnonmde - tal = o o - > Moo X om © AdAH©D A< a o Mo
o - N 0 O N~ (2] - N <+ 0
© 00~ o - s 10 N~ o o o < ~ » S OO S O o S — - -
© N~~~ 0 0 el @ D (=] (2] [} N - - o ~ -~ o o
e Molecule 44: 50S ribosomal protein L18
5%
Chain BS: 19% 33% 29% 8% 12%

F12
K62

)
-
i

V69
ATT
A100
E103

<+ 0
© ©
(=

WO RLDWIDE

eP

PROTEIN DATA BANK



AVTW

12%
0000000 o000

7%

30%

34%

wwPDB X-ray Structure Validation Summary Report

21%

17%

e Molecule 44: 50S ribosomal protein .18

Page 52
Chain DS:

(428
TON

96T

18Y
0GS

LYL
9%A
S7D

{444

6€I

YEH

000000
0
o
£

[4°98

) @ ©
— i3] a
= o |

9TIN
STY

crd
TTd

801D

SOTV

€072

00TV
663

-
@
a

©
@
P

<
©
=4

b
©
©

8LT
LLY

vLY

694
890

e Molecule 45: 50S ribosomal protein L19

S9A
93
€91

10%

29%

~
©
[

45%

e} ~
I o
(3] 2]

II.# :
© ©
< ]

13%

5%

Chain BT:

194
09L

98D
GGN
j°L!

[4:)3

08I

L%

® &4 10 ©
U s ]
[= =~

@
2!
[

<+
™
=

£TY
(4

61T

€T

0ZTd
6TTH
8TTYH
L11a
91TV

PIT1
ETTH

T
0TTI
6013

901§

3

COTI
T0T4
00TX

8631

964
S64

£64

= o
QO
~ o

681

281

b
©
o

©
~
=

©
~
[

eL3

LD
0LA
69D

198
99A

10%

28%

~
@
[

47%

12%

5%

e Molecule 45: 50S ribosomal protein 1.19

Chain DT:

2oL
794
09L

99D
GSN
ALt

[4ch)

08I

199
9%
Svd
¥7a
€70

oL
64

<+
™
B

o
™
=

~
o
3]

re}
I
3

< 10
© @
ox

£€cy
(44

611

€TT0

0ZTY
6114
8TTH
L11a
91TV

7Tl
€TTA

0TTI
6073

9078

3

TOTI
T0T4
00TX

8631

964
S64

€64
269
164

68A

981

78d

8.1

9.4

€L4

TLD
0LA
69D

L9
99A

14%

43%

40%

2%

Chain BU: &

e Molecule 46: 50S ribosomal protein 1.20

9Lk
SLN

*

TLY
0L¥

89V
L9V

® LITh

PITA
EITV

T1TE
0TTA
60T1
80Td

9074

7010

T0TY

96V

Sy
[
=

~
[
S

Ll

o
©
pat

D E

R L DWI

O
PROTEIN DATA BANK

erbDeBe

W

e Molecule 46: 50S ribosomal protein 1,20



AVTW

14%

wwPDB X-ray Structure Validation Summary Report
46%

37%

2%

Chain DU: &

I\l ..ﬂ)
[ -

Page 53

*

TLD
690

89V
L9V

291

091
649y

LG4

€94
{4t

oSy
6%H

LYK
0vd
6€1
8EL

veA

TES
0ogR
6CS
8cYH

9TH

428

(4o
1241

1

LTI
9TH
219’8
YTH

o
-
~

LTTD

STTV
YT
ETTV
(437

6071
80Td

9074

$01h

T0T¥

96V
961
6N

~
©
[

°
0 © -3
~ o~ ~ ® ©
= [=N-1

6%

40%

44%

11%

e Molecule 47: 508 ribosomal protein 1.21
8%

Chain BV:

ToA
093
68V
89A
LSA

6%L
8%D

O%A
SPL

£va

%D

8€1T
LEA

€EA

[
I
o

~
]
<

ST1
44!

91d
S1d

€14

~
©
[

TTh

o
<+ 0 © 0 -
H B KH o B K

[

6%

40%
[

e Molecule 47: 50S ribosomal protein .21
43%

0
)
X

g
B
13%
[

12%
[

M < 0 ©
< H BN

™ & 10
© © ©
(TR

Chain DV:

90
093
63V
8GA

qqv

o
<
=

9%A
SYL

A

19D

6€T
8€T
LEA

EEA

L

62d

ST

TTA

91d
STd

10
~
[

€14

TTh

o
ol
&

~
©
[

©
[

007¥

& 0 © N~ (2]
o oo, o
A H X EA

e Molecule 48: 50S ribosomal protein L22

T6L

8.3

N
~
7

M § 10
© © ©
®mw

15%

o
©
-

45%

37%

Chain BW:

894

993

e Molecule 48: 50S ribosomal protein L22

8EL
LEY

T

621

L
9¢H

€21

ocA

8T
LTA

o N M0
Qo = oo
Mo Howv A e

+
Mo

08d

8.3

SLK
YLV

17%

o)
0
=

50%

32%

2%

Chain DW: &

C9H

el )
vav

[4cty
ST

671
8YV

e

aal

(44
32
OPN

8EX
LEY
9€T

T

621

Led
92D

eI
€CT

0ZA

8TH
LTA

STY
71d

CTI

OTA

Sy
28

4cs
™

D E

R L DWI

O

erbDeBe

PROTEIN DATA BANK

W



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 54

ey

o ™
© ©
(v ]

©
~
2]

IR
N~
- <

e Molecule 49: 50S ribosomal protein 1.23

8%

27%

42%

=)
o
=

20%

4%

Chain BX:

961
gqGeN
s
eaqy
CSA

083

8N
Lvd

vva

T€H

LTl

8TA

o
o
—
=
o
Q
-+~
Qo
—
(o
—
=
Q
€]
Q
0
ot
—
[P
=
10
=
=~
=
jm]
QO
=
=
[

(428

8%

27%

44%

18%

°
&
[

Chain DX:

o
©
3

8GH

SeN
18

TSA

08

8vi
Lyd

vvE

(441

ced
TEH

6CH
8cd

® 9Th

£€CH

o
)
|

480

S98d

£€8A

08I

S.a

e Molecule 50: 50S ribosomal protein .24

[N’}
TLD
041

wou
£9%

8%

7%

X
©
N

45%

17%
14%

Chain BY:

450
95d

b

£€cy

T
0ck

819

9TV
STA
P11

CIL
T1a
019

©
o
© o
© ©
o<

728
€A

961

'
[\
—
]
ot
L
-+~
]
—
(o8
—
=
Q
wn
Q
Q£
ot
—
[p]
=]
0
S
10
=
=
<O
=z
=
[ ]

® 88Y

® 98Y

78y
£€8L

6.LD

SLI

o ™
~S
> @

0LS

SO

S
)
X
>
N
&
Q
S
fry
<
B
<
s
S
=
o=
<
=

~
%)
o

® 00
<+
Py
5

(4

© o -
< 0 10
I“I“’

v
SHA

®
o
=

@ P B o)
Q DD D
B3 B = ONMKH

9D
0vE

SEX
vEA

€Y

e
0ZX

81D

9TV
STA
711

CTL
T1a
019

9H

28

L8Y%
984

[V
0 ©
B o

TLA

19T

e Molecule 51: 508 ribosomal protein 125

2%

Chain BZ: ™

. 14%

15%

43%

26%

O

R LDWIDE
PROTEIN DATA BANK

W



AVTW

wwPDB X-ray Structure Validation Summary Report

Page 55

79D
£90

191

66T

9SA

YGH

*

Tas
18V

674
874

i
S¥va
vhd
eva
(428

6EA
8EL

9EN
SEY

™
™
=

TeY

128
8T

ged

eay
[44%

+
1

€14
(4%
114

6%

6C1S
LTTH
9TTA

€T1a
[441S

8T1h

Y110

60TV
807d

907D

014
€0TH
(4%

664

96d

3

£6a

06A
684

v8d

6.4
8.3
LLa
9.1

PLA

LY
TLA
0.1
69L

191

e 610

LLTd
9L1d
SLTA
YLIA

TLIY
TLII
0LTL
6973

L91d

SOTA

€971
[4) s

LSTT
99T

6%1S
8¥%1a
LY1D

el Acs
P11

TVIA
o¥v1a
6ETA

9ETd
SETE

€ETI

0€Td

508 ribosomal protein 1.25

e Molecule 51

14%
=

15%

45%

25%

6%

Chain DZ

L9T

790
€90

69T

9GA

YSH

[4:
18V

874

i
S¥va

eva
[478
91
0va
6EA
8EX

9EN
SEY

EET

TeY
0EN

8T

92D
ged
21
£

Ll

0€Td
6C1S
8TTA
LTTH
9TTA

€T1a
[441S

8T1h

+

Y110

011D
60TV
801d

907D

014
€07Y
[0 %)

664

96d

£60a

06A
684

S8H
v8d

8.3
LLa
9LT

bLA

@ 0.1
69L

@ 6.1a

LLTd
9L1d
SLTA
YLIA

TLIY
TLTI
0LTL
6973

L97d

SOTA

€971
2914

0919

99T

TVIA
ov1a
6ETA

9E€Td
SETE

€ETI

O

R LDWIDE
PROTEIN DATA BANK

W



Page 56

wwPDB X-ray Structure Validation Summary Report

AVTW

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 210.18A 448.40A 621.05A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 49.57 - 3.00 Depositor
Resolution (4) 4957 — 3.00 EDS
% Data completeness (Not available) (49.57-3.00) Depositor
(in resolution range) 98.6 (49.57-3.00) EDS
Rinerge 0.32 Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.07 (at 3.01A) Xtriage
Refinement program PHENIX Depositor
R R 0.244 , 0.281 Depositor
» Hhfree 0.242 | 0.276 DCC
Rfree test set 57089 reflections (5.01%) wwPDB-VP
Wilson B-factor (A?) 73.9 Xtriage
Anisotropy 0.178 Xtriage
Bulk solvent ky(e/A3), By(A?) 0.26 , 86.0 EDS
L-test for twinning” <I|L| > =047, < L*> =10.29 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.90 EDS
Total number of atoms 277987 wwPDB-VP
Average B, all atoms (A?) 89.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.66% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.

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

5.1 Standard geometry (i)

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

CLM, MG, ZN

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 | ¢\ (g7 #\% >5 RMSZ #ygzy >5
1 | AA | 054 0,/36190 0.92 | 37/56486 (0.1%)
1 CA | 053 0/36190 0.93 | 55/56486 (0.1%)
2 AB 0.29 0/1936 0.51 0/2611
2 CB 0.29 0/1936 0.50 0/2611
3 AC 0.27 0/1637 0.44 0/2207
3 CC 0.26 0/1637 0.44 0/2207
4 AD 0.36 0/1733 0.54 0/2318
1 | CD | 038 1/1733 (0.1%) 0.55 0/2318
3 AE 0.38 0/1163 0.58 0/1566
d CE 0.37 0/1163 0.59 0/1566
6 AF 0.38 0/856 0.58 0/1154
6 CF 0.36 0/856 0.58 0/1154
7 AG 0.25 0/1276 0.44 0/1709
7 CG 0.25 0/1276 0.44 0/1709
8 AH 0.34 0/1136 0.56 0/1527
8 CH 0.34 0/1136 0.55 0/1527
9 Al 0.25 0/1028 0.44 0/1375
9 CI 0.25 0/1028 0.44 0/1375
10 Al 0.27 0/808 0.48 0/1087
10 CJ 0.26 0/808 0.49 0/1087
11 AK 0.33 0/900 0.55 0/1213
11 CK 0.35 0/900 0.54 0/1213
12 AL 0.42 0/987 0.65 0/1322
12 CL 0.42 0/987 0.65 0/1322
13 AM 0.26 0/928 0.47 0/1238
13 CM 0.26 0/928 0.46 0/1238
14 AN 0.26 0/501 0.42 0/664
14 CN 0.26 0/501 0.42 0/664
15 AO 0.36 0/745 0.59 0/992
15 CO 0.35 0/745 0.58 0/992
16 AP 0.34 0/717 0.59 0/965
16 CP 0.35 0/717 0.60 0/965
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. Bond lengths Bond angles

Mol | Chain | p\ o7 #|Z| >5 RMSZ #Z| >5

17 AQ 0.36 0/837 0.58 0/1119

17 CQ 0.37 0/837 0.59 0/1119

18 AR 0.35 0/579 0.58 0/768

18 CR 0.36 0/579 0.57 0/768

19 AS 0.26 0/643 0.43 0/867

19 CS 0.26 0/643 0.44 0/867

20 AT 0.36 0/765 0.57 0/1007

20 CT 0.35 0/765 0.56 0/1007

21 AU 0.26 0/213 0.43 0/279

21 CU 0.26 0/213 0.43 0/279

22 BO 0.53 0/658 0.70 0/878

22 DO 0.49 0/658 0.70 0/878

23 B1 0.78 0/700 0.99 2/931 (0.2%)
23 D1 0.67 0/700 0.95 1/931 (0.1%)
24 B2 0.66 0/423 0.94 0/560

24 D2 0.55 0/423 0.89 0/560

25 B3 0.61 0/473 0.69 0/636

25 D3 0.49 0/473 0.67 0/636

26 B4 0.30 0/156 0.68 0/215

26 D4 0.30 0/156 0.65 0/215

27 B5 0.84 1/473 (0.2%) 1.02 2/639 (0.3%)
27 D5 0.77 0/473 0.97 1/639 (0.2%)
28 B6 0.89 0/387 1.07 0/517

28 D6 0.71 0/387 1.01 0/517

29 B7 0.64 0/427 0.79 0/563

29 D7 0.67 0/427 0.76 0/563

30 B8 0.72 0/516 1.09 2/681 (0.3%)
30 D8 0.64 0/516 1.04 0/681

31 BA 1.06 84/65745 (0.1%) 1.42 | 971/102639 (0.9%)
31 DA 0.85 35/65745 (0.1%) 1.41 | 1008/102639 (1.0%)
32 BB 0.83 0/2853 1.18 23/4451 (0.5%)
32 DB 0.66 0/2853 1.13 19/4451 (0.4%)
33 BD 0.63 0/2155 0.85 2/2907 (0.1%)
33 DD 0.59 0/2155 0.83 1/2907 (0.0%)
34 BE 0.63 0/1597 0.82 0/2155

34 DE 0.56 0/1597 0.81 0/2155

35 BF 0.60 0/1659 0.76 0/2246

35 DF 0.52 1/1659 (0.1%) 0.74 0/2246

36 BG 0.34 0/1498 0.55 0/2013

36 DG 0.30 0/1498 0.54 0/2013

37 BH 0.60 0/1246 0.74 0/1684

37 DH 0.44 0/1246 0.69 0/1684

38 BI 0.38 0/1147 0.61 0/1553
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. Bond lengths Bond angles

Mol | Chain | /a7 #|Z| >5 RMSZ #4Z| =5
38 DI 0.40 0/1147 0.61 0/1553

39 BN 0.71 0/1132 0.93 2/1527 (0.1%)
39 DN 0.59 0/1132 0.87 1/1527 (0.1%)
40 BO 0.59 1/943 (0.1%) 0.73 0/1269

40 DO 0.52 0/943 0.73 1/1269 (0.1%)
41 BP 0.69 0/1131 1.03 8/1504 (0.5%)
41 DP 0.60 0/1131 0.98 6/1504 (0.4%)
42 BQ 0.70 0/1100 0.85 1/1470 (0.1%)
42 DQ 0.60 0/1100 0.83 0/1470

43 BR 0.63 0/974 0.82 1/1302 (0.1%)
43 DR 0.56 0/974 0.80 1/1302 (0.1%)
44 BS 0.50 0/779 0.77 0/1038

44 DS 0.43 0/779 0.73 0/1038

45 BT 0.59 0/1114 0.85 2/1488 (0.1%)
45 DT 0.52 0/1114 0.83 1/1488 (0.1%)
46 BU 0.69 0/975 0.76 0/1297

46 DU 0.56 0/975 0.72 0/1297

47 BV 0.72 0/789 0.95 1/1054 (0.1%)
47 DV 0.58 0/789 0.89 1/1054 (0.1%)
48 BW 0.68 0/907 0.84 2/1216 (0.2%)
48 DW 0.58 0/907 0.81 2/1216 (0.2%)
49 BX 0.70 0/740 0.96 2/995 (0.2%)
49 DX 0.63 0/740 0.94 2/995 (0.2%)
50 BY 0.70 1/789 (0.1%) 0.91 0/1053

50 DY 0.60 0/789 0.87 1/1053 (0.1%)
51 BZ 0.47 0/1436 0.67 2/1951 (0.1%)
51 DZ 0.41 0/1436 0.66 1/1951 (0.1%)
All All 0.75 | 124/301000 (0.0%) | 1.13 | 2162/449812 (0.5%)

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

Mol | Chain | #Chirality outliers | # Planarity outliers
23 B1 0 1
23 D1 0 1
24 B2 0 1
24 D2 0 1
27 B5 0 1
27 D5 0 1
28 B6 0 1

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK



Page 60

wwPDB X-ray Structure Validation Summary Report

AVTW

Continued from previous page...

Mol | Chain | #Chirality outliers | #Planarity outliers
31 BA 19 0
31 DA 19 0
33 BD 0 3
33 DD 0 3
34 BE 0 2
34 DE 0 2
37 BH 0 1
37 DH 0 1
41 BP 0 5
41 DP 0 4
42 BQ 0 1
42 DQ 0 1
43 BR 0 2
43 DR 0 2
44 BS 0 1
44 DS 0 1
45 BT 0 2
45 DT 0 2
46 BU 0 1
47 BV 0 3
47 DV 0 3
49 BX 0 4
49 DX 0 4
All All 38 55

The worst 5 of 124 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
31 BA 669 G C4-C37 | -11.30 1.40 1.53
31 DA 669 G C4-C3’ | -10.33 1.41 1.53
31 BA 1300 U C4-C3’ | -9.89 1.42 1.53
31 BA 1332 G N9-C4 | -9.70 1.30 1.38
31 DA 783 A N9-C4 | -9.28 1.32 1.37

The worst 5 of 2162 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
31 BA 1332 G N3-C4-C5 | 18.18 137.69 128.60
31 DA 1779 U C5-C6-N1 | -17.02 114.19 122.70
31 BA 1779 U C5-C6-N1 | -16.17 114.61 122.70
31 BA 1332 G N3-C4-N9 | -15.97 116.42 126.00
31 BA 1332 G C2-N3-C4 | -15.30 104.25 111.90
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5 of 38 chirality outliers are listed below:

Mol | Chain | Res | Type Atom
31 BA 100 G Cr
31 BA 472 A C3
31 BA 669 G C4,C3,C1’
31 BA 945 A Cr
31 BA 1300 U C4,C3,Cl’

5 of 55 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
23 B1 30 | VAL | Peptide
24 B2 55 | ARG | Peptide
27 B5 51 | TYR | Peptide
28 B6 47 | THR | Peptide
33 BD 47 | GLY | Peptide

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AA 32329 0 16318 1597 0
1 CA 32329 0 16318 1553 0
2 AB 1901 0 1951 215 0
2 CB 1901 0 1951 207 0
3 AC 1613 0 1677 116 0
3 CC 1613 0 1677 116 0
4 AD 1703 0 1765 190 0
4 CD 1703 0 1764 192 0
3 AE 1147 0 1207 101 0
d CE 1147 0 1207 100 0
6 AF 843 0 857 96 0
6 CF 843 0 857 98 0
7 AG 1257 0 1296 5 0
7 CG 1257 0 1296 5 0
8 AH 1116 0 1177 101 0
8 CH 1116 0 1177 99 0
9 Al 1011 0 1042 101 0
9 CI 1011 0 1042 104 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
10 Al 795 0 840 105 0
10 CJ 795 0 840 102 0
11 AK 885 0 904 63 0
11 CK 885 0 904 68 0
12 AL 971 0 1057 100 0
12 CL 971 0 1057 103 0
13 AM 921 0 976 88 0
13 CM 921 0 976 91 0
14 AN 492 0 530 47 0
14 CN 492 0 529 46 0
15 AO 734 0 771 76 0
15 CO 734 0 771 78 0
16 AP 701 0 720 91 0
16 CP 701 0 720 97 0
17 AQ 824 0 891 66 0
17 CQ 824 0 891 95 0
18 AR 574 0 644 76 0
18 CR 574 0 644 78 0
19 AS 630 0 652 o1 0
19 CS 630 0 652 52 0
20 AT 763 0 861 82 0
20 CT 763 0 861 73 0
21 AU 209 0 221 9 0
21 CU 209 0 221 9 0
22 BO 650 0 654 95 0
22 DO 650 0 654 o7 0
23 B1 693 0 764 146 0
23 D1 693 0 764 143 0
24 B2 421 0 461 119 0
24 D2 421 0 461 123 0
25 B3 468 0 023 32 0
25 D3 468 0 023 41 0
26 B4 157 0 69 20 0
26 D4 157 0 69 21 0
27 B5 459 0 480 94 0
27 D5 459 0 480 86 0
28 B6 381 0 390 102 0
28 D6 381 0 390 97 0
29 B7 419 0 467 37 0
29 D7 419 0 467 39 0
30 B8 208 0 276 158 0
30 D8 508 0 576 154 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
31 BA 58698 0 29590 2607 0
31 DA 58698 0 29591 2784 0
32 BB 2551 0 1295 145 0
32 DB 2551 0 1295 156 0
33 BD 2105 0 2182 325 0
33 DD 2105 0 2182 333 0
34 BE 1564 0 1629 240 0
34 DE 1564 0 1629 249 0
35 BF 1624 0 1677 182 0
35 DF 1624 0 1677 185 0
36 BG 1474 0 1534 190 0
36 DG 1474 0 1534 187 0
37 BH 1223 0 1282 162 0
37 DH 1223 0 1282 157 0
38 BI 1132 0 1218 120 0
38 DI 1132 0 1218 125 0
39 BN 1105 0 1180 218 0
39 DN 1105 0 1180 229 0
40 BO 933 0 996 7 0
40 DO 933 0 996 86 0
41 BP 1114 0 1187 302 0
41 DP 1114 0 1187 289 0
42 BQ 1080 0 1127 165 0
42 DQ 1080 0 1127 176 0
43 BR 960 0 1021 135 0
43 DR 960 0 1021 132 0
44 BS 771 0 832 149 0
44 DS 771 0 832 139 0
45 BT 1100 0 1164 210 0
45 DT 1100 0 1164 201 0
46 BU 958 0 1015 145 0
46 DU 958 0 1015 151 0
47 BV 779 0 851 224 0
47 DV 779 0 851 225 0
48 BW 896 0 953 76 0
48 DW 896 0 953 84 0
49 BX 726 0 778 168 0
49 DX 726 0 778 164 0
20 BY 776 0 870 177 0
50 DY 776 0 870 178 0
o1 BZ 1404 0 1432 153 0
o1 DZ 1404 0 1432 149 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
52 AA o6 0 0 0 0
52 B1 1 0 0 0 0
02 B5 2 0 0 0 0
02 BA 368 0 0 0 0
52 BB 7 0 0 0 0
52 BD 1 0 0 0 0
52 BE 1 0 0 0 0
52 BF 1 0 0 0 0
52 BP 2 0 0 0 0
52 BQ 2 0 0 0 0
02 BR 2 0 0 0 0
52 BU 1 0 0 0 0
52 BX 1 0 0 0 0
52 CA 93 0 0 0 0
52 D1 1 0 0 0 0
52 D5 2 0 0 0 0
52 DA 332 0 0 0 0
02 DB 4 0 0 0 0
52 DD 1 0 0 0 0
52 DE 1 0 0 0 0
52 DF 1 0 0 0 0
52 DP 1 0 0 0 0
02 DQ 1 0 0 0 0
02 DR 1 0 0 0 0
02 DU 1 0 0 0 0
52 DX 1 0 0 0 0
53 AD 1 0 0 0 0
53 AN 1 0 0 0 0
53 CD 1 0 0 2 0
53 CN 1 0 0 0 0
24 BA 1 0 0 0 0
54 DA 1 0 0 0 0
b} BA 20 0 10 0 0
35 DA 20 0 10 0 0
All All 277987 0 189127 18994 0

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 41.

The worst 5 of 18994 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

27:B5:46:CYS:SG 27:B5:47:PRO:HD2 1.78 1.22
31:BA:1899:G:H22 31:BA:1902:C:N4 1.41 1.18
30:B8:32:.LEU:CB 30:B8:35:GLN:H 1.57 1.17
32:DB:20:C:H2’ 32:DB:21:G:H5” 1.25 1.17
41:BP:141:ALA:HB3 | 25:D3:1:MET:SD 1.86 1.16

There are no symmetry-related clashes.

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 AB 233/256 (91%) 155 (66%) 61 (26%) 17 (7%) |
2 CB 233/256 (91%) 155 (66%) 60 (26%) 18 (8%)

3 AC 205/239 (86%) 148 (72%) 46 (22%) 1 (5%)
3 cC 205/239 (86%) 148 (72%) 45 (22%) 12 (6%)
4 AD 206/209 (99%) 129 (63%) 57 (28%) 20 (10%)
4 CD 206/209 (99%) 131 (64%) 55 (27%) 20 (10%)
5 AE 149/162 (92%) 103 (69%) 36 (24%) 10 (7%)
d CE 149/162 (92%) 104 (70%) 36 (24%) 9 (6%)
6 AF 99/101 (98%) 78 (79%) 16 (16%) 5 (5%)
6 CF 99/101 (98%) 78 (79%) 16 (16%) 5 (5%)
7 AG 153/156 (98%) 123 (80%) 28 (18%) 2 (1%)
7 CG 153/156 (98%) 124 (81%) 27 (18%) 2 (1%)
8 AH 136/138 (99%) 98 (72%) 25 (18%) 13 (10%)
8 CH 136/138 (99%) 97 (71%) 27 (20%) 12 (9%)
9 Al 123/128 (96%) 89 (72%) 26 (21%) 8 (6%)
9 CI 123/128 (96%) 91 (74%) 24 (20%) 8 (6%)
Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
25 D3 58/60 (97%) 48 (83%) 10 (17%) 0
26 B4 30/71 (42%) 4 (13%) 14 (47%) 12 (40%)
26 D4 30/71 (42%) 3 (10%) 15 (50%) 12 (40%)
27 B5 57/60 (95%) 43 (75%) 4 (7%) 10 (18%)
27 D5 57/60 (95%) 42 (74%) 6 (10%) 9 (16%)
28 B6 41/54 (76%) 21 (51%) 6 (15%) 14 (34%)
28 D6 41/54 (76%) 21 (51%) 7 (17%) 13 (32%)
29 B7 47/49 (96%) 43 (92%) 4 (8%) 0
29 D7 47/49 (96%) 42 (89%) 5 (11%) 0
30 B8 62/65 (95%) 41 (66%) 12 (19%) 9 (14%)
30 D8 62/65 (95%) 42 (68%) 12 (19%) 8 (13%)
33 BD 270/276 (98%) 211 (78%) 44 (16%) 15 (6%)
33 DD 270/276 (98%) 208 (77%) 46 (17%) 16 (6%)
34 BE 203/206 (98%) 147 (72%) 31 (15%) 25 (12%)
34 DE 203/206 (98%) 144 (71%) 37 (18%) 22 (11%)
35 BF 206/210 (98%) 158 (77%) 34 (16%) 14 (7%)
35 DF 206/210 (98%) 154 (75%) 36 (18%) 16 (8%)
36 BG 177/182 (97%) 125 (71%) 35 (20%) 17 (10%)
36 DG 177/182 (97%) 126 (71%) 34 (19%) 17 (10%)
37 BH 158/180 (88%) 102 (65%) 31 (20%) 25 (16%)
37 DH 158/180 (88%) 101 (64%) 31 (20%) 26 (16%)
38 BI 144/148 (97%) 98 (68%) 30 (21%) 16 (11%)
38 DI 144/148 (97%) 99 (69%) 33 (23%) 12 (8%)
39 BN 137/140 (98%) 89 (65%) 28 (20%) 20 (15%)
39 DN 137/140 (98%) 92 (67%) 25 (18%) 20 (15%)
40 BO 120/122 (98%) 109 (91%) 9 (8%) 2 (2%)
40 DO 120/122 (98%) 107 (89%) 10 (8%) 3 (2%)
41 BP 144/150 (96%) 71 (49%) 33 (23%) 40 (28%)
41 DP 144/150 (96%) 70 (49%) 33 (23%) 41 (28%)
42 BQ 134/141 (95%) 97 (72%) 21 (16%) 16 (12%)
42 DQ 134/141 (95%) 92 (69%) 25 (19%) 17 (13%)
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
43 BR 115/118 (98%) 86 (75%) 22 (19%) 7 (6%) |
43 DR 115/118 (98%) 85 (74%) 23 (20%) 7 (6%)

44 BS 97/112 (87%) 45 (46%) 22 (23%) 30 (31%)
44 DS 97/112 (87%) 44 (45%) 22 (23%) 31 (32%)
45 BT 130/146 (89%) 91 (70%) 21 (16%) 18 (14%)
45 DT 130/146 (89%) 91 (70%) 21 (16%) 18 (14%)
46 BU 115/118 (98%) 89 (77%) 18 (16%) 8 (7%)

46 DU 115/118 (98%) 86 (75%) 21 (18%) 8 (7%)

47 BV 97/101 (96%) 54 (56%) 18 (19%) 25 (26%)
47 DV 97/101 (96%) 53 (55%) 19 (20%) 25 (26%)
48 BW 111/113 (98%) 85 (77%) 17 (15%) 9 (8%)

48 DW 111/113 (98%) 83 (75%) 19 (17%) 9 (8%)

49 BX 91/96 (95%) 47 (52%) 23 (25%) 21 (23%)
49 DX 91/96 (95%) 48 (53%) 23 (25%) 20 (22%)
50 BY 99/110 (90%) 47 (48%) 22 (22%) 30 (30%)
50 DY 99/110 (90%) 44 (44%) 25 (25%) 30 (30%)
51 BZ 175/206 (85%) 123 (70%) 32 (18%) 20 (11%)
51 DZ 175/206 (85%) 121 (69%) 36 (21%) 18 (10%)
All All 11148/12060 (92%) | 7786 (70%) | 2170 (20%) | 1192 (11%)

5 of 1192 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 AB 18 GLY
2 AB 20 GLU
2 AB 106 LYS
2 AB 165 VAL
2 AB 195 ASP

5.3.2 Protein sidechains (1)

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

resolution.

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 | AB | 202/220 (92%) | 170 (84%) | 32 (16%) | [2][12
2 CB 202/220 (92%) | 168 (83%) | 34 (17%) 11
3 AC 160/188 (85%) 153 (96%) 7 (4%) 28 65
3 CcC 160/188 (85%) 153 (96%) 7 (4%)

4 AD 180/181 (99%) 156 (87%) 24 (13%)
4 CD 180/181 (99%) 156 (87%) 24 (13%)
5 AE 115/123 (94%) 95 (83%) 20 (17%)
5t CE 115/123 (94%) 95 (83%) 20 (17%)
6 AF 90/90 (100%) 79 (88%) 11 (12%)
6 CF 90/90 (100%) 78 (87%) 12 (13%)
7 AG 126/127 (99%) 122 (97%) 4 (3%)
7 CG 126/127 (99%) 122 (97%) 4 (3%)
8 AH 119/119 (100%) | 106 (89%) 13 (11%)
8 CH 119/119 (100%) | 106 (89%) 13 (11%)
9 Al 98/99 (99%) 90 (92%) 8 (8%)
9 CI 98/99 (99%) 90 (92%) 8 (8%)
10 Al 88/92 (96%) 78 (89%) 10 (11%)
10 CJ 88/92 (96%) 78 (89%) 10 (11%)
11 AK 90/99 (91%) 82 (91%) 8 (9%)
11 CK 90/99 (91%) 83 (92%) 7 (8%)
12 AL 104/111 (94%) 92 (88%) 12 (12%)
12 CL 104/111 (94%) 91 (88%) 13 (12%)
13 AM 93/101 (92%) 87 (94%) 6 (6%)
13 CM 93/101 (92%) 87 (94%) 6 (6%)
14 AN 49/50 (98%) 45 (92%) 4 (8%)
14 CN 49/50 (98%) 45 (92%) 4 (8%)
15 AO 79/80 (99%) 68 (86%) 11 (14%)
15 CO 79/80 (99%) 68 (86%) 11 (14%)
16 AP 72/74 (97%) 58 (81%) 14 (19%)
16 CP 72/74 (97%) 59 (82%) 13 (18%)
17 AQ 94/97 (97%) 82 (87%) 12 (13%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
17 CQ 94/97 (97%) 82 (87%) 12 (13%)
18 AR 61/77 (79%) 55 (90%) 6 (10%)
18 CR 61/77 (79%) 55 (90%) 6 (10%)
19 AS 69/80 (86%) 62 (90%) 7 (10%)
19 CS 69/80 (86%) 62 (90%) 7 (10%)
20 AT 76/82 (93%) 68 (90%) 8 (10%)
20 CT 76/82 (93%) 68 (90%) 8 (10%)
21 AU 19/22 (86%) 19 (100%) 0
21 CU 19/22 (86%) 19 (100%) 0
22 BO 61/67 (91%) 53 (87%) 8 (13%)
22 DO 61/67 (91%) 53 (87%) 8 (13%)
23 B1 73/83 (88%) 53 (73%) 20 (27%)
23 D1 73/83 (88%) 55 (75%) 18 (25%)
24 B2 46 /67 (69%) 33 (72%) 13 (28%)
24 D2 46 /67 (69%) 33 (72%) 13 (28%)
25 B3 51/52 (98%) 45 (88%) 6 (12%)
25 D3 51/52 (98%) 44 (86%) 7 (14%)
27 B5 51/52 (98%) 40 (78%) 11 (22%)
27 D5 51/52 (98%) 38 (74%) 13 (26%)
28 B6 43/52 (83%) 27 (63%) 16 (37%)
28 D6 43/52 (83%) 28 (65%) 15 (35%)
29 B7 41/42 (98%) 33 (80%) 8 (20%)
29 D7 41/42 (98%) 32 (78%) 9 (22%)
30 B8 53/55 (96%) 40 (76%) 13 (24%)
30 D8 53/55 (96%) 41 (77%) 12 (23%)
33 BD 213/218 (98% 166 (78%) 47 (22%)
33 DD 213/218 (98% 165 (78%) 48 (22%)
34 BE 165/166 (99% 122 (74%) 43 (26%)
34 DE 165/166 (99% 122 (74%) 43 (26%)
35 BF 165/166 (99% 134 (81%) 31 (19%)
35 DF 165/166 (99% 137 (83%) 28 (17%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
36 BG 155/156 (99%) 134 (86%)
36 DG 155/156 (99%) 134 (86%)
37 BH 132/148 (89%) 105 (80%)
37 DH 132/148 (89%) 105 (80%)
38 BI 122/124 (98%) 104 (85%)
38 DI 122/124 (98%) 104 (85%)
39 BN 117/119 (98%) 79 (68%)
39 DN 117/119 (98%) 79 (68%)
40 BO 100/100 (100%) 81 (81%)
40 DO 100/100 (100%) 81 (81%)
41 BP 112/116 (97%) 72 (64%)
41 DP 112/116 (97%) 72 (64%)
42 BQ 106/111 (96%) 86 (81%)
42 DQ 106/111 (96%) 85 (80%)
43 BR 100/101 (99%) 81 (81%)
43 DR 100/101 (99%) 80 (80%)
44 BS 77/88 (88%) 53 (69%)
44 DS 77/88 (88%) 54 (70%)
45 BT 116/127 (91%) 81 (70%)
45 DT 116/127 (91%) 81 (70%)
46 BU 92/94 (98%) 79 (86%)
46 DU 92/94 (98%) 79 (86%)
47 BV 82/82 (100%) 53 (65%)
47 DV 82/82 (100%) 53 (65%)
48 BW 91/92 (99%) 70 (77%)
48 DW 91/92 (99%) 71 (78%)
49 BX 74/78 (95%) 54 (73%)
49 DX 74/78 (95%) 53 (72%)
50 BY 84/91 (92%) 60 (71%)
50 DY 84/91 (92%) 61 (73%)
51 BZ 155/179 (87%) 130 (84%)

WWWWWW

TTTTTTTTTT

1 DE

AAAAA



Page 72

wwPDB X-ray Structure Validation Summary Report

Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
51 DZ 155/179 (87%) 130 (84%) 25 (16%) 12
All | ALl | 9322/9876 (94%) | 7670 (82%) | 1652 (18%) |E

5 of 1652 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
48 BW 60 ASN
7 CG 36 LYS
46 DU 66 ASN
49 BX 49 VAL
2 CB 90 MET

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 277 such

sidechains are listed below:

Mol | Chain | Res | Type
48 BW 40 ASN
6 CF 18 GLN
45 DT 90 GLN
48 BW 62 HIS
2 CB 204 ASN

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 AA | 1503/1522 (98%) 280 (18%) 31 (2%)
1 CA | 1503/1522 (98%) 283 (18%) 31 (2%)

31 BA | 2723/2787 (97%) 712 (26%) 70 (2%)

31 DA | 2723/2787 (97%) 706 (25%) 69 (2%)

32 BB 118/122 (96%) 34 (28%) 1 (0%)

32 DB 118/122 (96%) 35 (29%) 1 (0%)

All All 8688/8862 (98%) 2050 (23%) 203 (2%)

5 of 2050 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 AA 9 G
1 AA 31 G
1 AA 32 A
1 AA 39 G
1 AA 41 G
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5 of 203 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
31 BA | 2439 A
1 CA 429 U
31 DA 1934 C
31 BA | 2689 U
1 CA 60 A

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 853 ligands modelled in this entry, 851 are monoatomic - leaving 2 for Mogul analysis.

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

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | "' RMSZ | %7 > 2| Counts | RMSZ | #]Z] > 2
55 | CLM DA | 3334 | 54 |19,20,20 | 1.22 1 (5%) | 23,2727 | 0.90 0
55 | CLM BA | 3370 | 54 | 19,20,20 | 1.22 1 (5%) | 23,2727 | 0.90 0

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 | CLM DA | 3334 | 54 - 0/20/22/22 | 0/1/1/1
55 | CLM BA | 3370 | 54 - 0/20/22/22 | 0/1/1/1

$roe
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All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
95 DA 3334 | CLM | C9-N9 | -4.29 1.34 1.45
35 BA 3370 | CLM | C9-N9 | -4.26 1.34 1.45

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.



Page 75 wwPDB X-ray Structure Validation Summary Report AVTW

Ligand CLM DA 3334

Bond lengths

Bond angles

Torsions Rings




Page 76 wwPDB X-ray Structure Validation Summary Report AVTW

Ligand CLM BA 3370

Bond lengths

Bond angles

Torsions

I 7

g -~
" -
_ o
.

.
=

o

Rings

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol | Chain | Number of breaks

13 CM 3

13 AM 3
47 DV 1

36 DG 1
36 BG 1

9 Al 1

9 CI 1
47 BV 1
28 D6 1

Continued on next page...
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Mol | Chain | Number of breaks
28 B6 1

The worst 5 of 14 chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 CM 69:GLU C 70:LEU N 5.35
1 AM 69:GLU C 70:LEU N 5.34
1 BG 112:PRO C 113:ARG N 4.53
1 DG 112:PRO C 113:ARG N 4.53
1 CM 112:GLY C 113:PRO N 4.49
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
1 | AA | 1504/1522 (98%) 1.11 201 (19%) 42, 106, 199, 201 0
1 | CA | 1504/1522 (98%) 0.93 239 (15%) 46, 105, 198, 201 | 0
2 AB 235/256 (91%) 0.71 35 (14% 83, 146, 188, 195 0
2 | CB 235/256 (91%) 0.90 51 (21% 84,149, 187, 196 | 0
3 | AC 207/239 (86%) 1.13 52 (25% 97,158, 187,194 | 0
3 | CC 207/239 (86%) 1.19 51 (24% 98, 160, 187, 194 | 0
4 AD 208/209 (99%) 0.35 9 (4%) 72, 112, 165, 186 0
4 | D 208/209 (99%) 0.19 4(1%) 66 37 | 70,111, 164,185 | 0
5 | AE 151/162 (93%) 0.43 9 (5%) | 21 59, 97, 151, 194 0
5 | CE 151,162 (93%) 0.45 8 (5%) 26 64, 98, 153, 194 0
6 | AF | 101/101 (100%) 0.21 6 (5%) | 22 66, 111, 160, 183 | 0
6 | CF | 101/101 (100%) 0.17 4(3%) 38 |15 | 67,113, 160,188 | 0
7 | AG 155/156 (99%) 1.77 55 (35%) 124, 172,192, 197 | 0
7 | CG 155/156 (99%) 1.93 58 (37%) 125, 172, 192, 198 | 0
8 | AH | 138/138 (100%) 0.06 3 (2%) 67, 102, 147,162 | 0
8 | CH | 138/138 (100%) 0.13 2 (1%) 66, 102, 147, 163 | 0
9 Al 127/128 (99%) 2.47 62 (48%) 125, 179, 196, 199 | 0
9 CI 127/128 (99%) 2.38 60 (47%) 126, 180, 197, 199 | 0
10 | AJ 99/105 (94%) 3.03 57 (57%) 122, 175, 196, 198 | 0
10 | CJ 99/105 (94%) 2.81 58 (58%) 121, 176, 197, 199 | 0
11 AK 119/129 (92%) 0.67 18 (15%) 63, 105, 164, 188 0
11 CK 119/129 (92%) 0.79 15 (12%) 65, 104, 168, 191 0
12 AL 125/135 (92%) 0.33 5 (4%) 57, 89, 154, 198 0
12 | CL 125/135 (92%) 0.57 11 (8%) | 10 55, 89, 158, 198 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 AM 115/126 (91%) 2.67 65 (56%) 136, 190, 198, 200 0
13 CM 115/126 (91%) 2.58 61 (53%) 136, 188, 197, 199 0
14 AN 60/61 (98%) 1.68 22 (36%) 113, 167, 193, 196 0
14 CN 60/61 (98%) 1.31 14 (23%) 112, 168, 191, 196 0
15 AO 88/89 (98%) 0.11 4 (4%) 33 59, 91, 149, 155 0
15 CO 88/89 (98%) 0.12 2 (2%) 60 31 63, 92, 150, 157 0
16 AP 84/88 (95%) 0.94 14 (16%) o) | 77, 101, 161, 188 0
16 CP 84/88 (95%) 0.49 5 (5%) 78, 100, 154, 186 0
17 AQ 100/105 (95%) 0.17 4 (4%) 38 |15 62, 93, 138, 158 0
17 CQ 100/105 (95%) 0.14 3 (3%) 50 22 59, 92, 140, 157 0
18 AR 70/88 (79%) 0.36 3 (4%) 35 |13 73, 98, 167, 197 0
18 CR 70/88 (79%) 0.93 7 (10%) 74,100, 167, 196 0
19 AS 79/93 (84%) 4.19 61 (77%) 142, 191, 198, 199 0
19 CS 79/93 (84%) 3.55 59 (74%) 142, 190, 198, 199 0
20 AT 99/106 (93%) 0.18 4 (4%) 73, 110, 157, 186 0
20 CT 99/106 (93%) 0.39 9 (9%) 74, 108, 156, 189 0
21 AU 25/27 (92%) 4.40 19 (76% 138, 175, 193, 196 0
21 CU 25/27 (92%) 3.38 17 (68%) 135, 172, 193, 195 0
22 BO 85/85 (100%) 0.69 8 (9%) 34, 59, 182, 197 0
22 DO 85/85 (100%) 0.62 12 (14% 40, 64, 178, 197 0
23 B1 89/98 (90%) 0.36 2 (2%) 37, 64, 141, 187 0
23 D1 89/98 (90%) 0.17 4 (4%) 40, 66, 142, 191 0
24 B2 51/72 (70%) 0.87 8 (15%) 49, 87, 184, 193 0
24 D2 51/72 (70%) 0.52 8 (15%) 50, 91, 183, 195 0
25 B3 60/60 (100%) 0.05 1 (1%) 36, 56, 132, 180 0
25 D3 60,/60 (100%) 0.40 4 (6%) [ 17115 42, 61, 138, 178 0
26 B4 32/71 (45%) 0.00 1 (3%) 49 21 109, 156, 186, 191 0
26 D4 32/71 (45%) 0.21 1(3%) 49 21 112, 161, 188, 195 0
27 B5 59/60 (98%) 0.68 6 (10%) 25, 47, 180, 195 0
27 D5 59/60 (98%) 0.35 5 (8%) 28, 50, 184, 195 0
28 B6 45/54 (83%) 0.77 5 (11%) 36, 70, 133, 185 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
28 D6 45 /54 (83%) 0.89 11 (24%) 42, 74,138, 184 0
29 B7 49/49 (100%) 0.29 1(2%) 65 36 26, 33, 117, 170 0
29 D7 49/49 (100%) 0.33 1(2%) 65 36 27, 37, 118, 170 0
30 BS 64/65 (98%) 0.45 6 (9%) 18113 34, 57, 138, 181 0
30 D8 64/65 (98%) 0.18 3 (4%) 31 |11 38, 59, 139, 183 0
31 BA 2725 /2787 (97%) 0.40 76 (2%) 53 25 26, 46, 145, 201 0
31 DA | 2725/2787 (97%) 0.21 103 (3%) 40 |16 | 27,51, 149, 201 0
32 BB 119/122 (97%) 0.55 4 (3%) 45 |19 39, 91, 140, 185 0
32 | DB 119/122 (97%) 0.78 15 (12%) 13111 48, 95, 154, 190 0
33 | BD 272/276 (98%) -0.10 3 (1%) 180 56 27, 47, 100, 177 0
33 | DD 272/276 (98%) -0.15 3(1%) 180 56 29, 50, 104, 181 0
34 BE 205,/206 (99%) 0.16 7 (3%) 45 |19 25, 52, 145, 189 0
34 | DE 205,/206 (99%) -0.03 5(2%) 59 30 29, 56, 142, 189 0
35 BF 208,/210 (99%) 0.45 15 (%) | 15 24, 58, 180, 197 0
35 DF 208,/210 (99%) 0.38 16 (7%) | 13 27, 63, 178, 197 0
36 | BG 181/182 (99%) 1.17 39 (21%) fofo} | 87, 145, 189, 199 0
36 | DG 181/182 (99%) 1.94 74 (40%) Jojof | 91, 153, 193, 199 0
37 | BH 160,180 (88%) 0.38 7 (4%) 34 |13] | 62, 102, 150, 193 0
37 | DH 160,180 (88%) 1.08 37 (23%) fo} {0 70, 110, 157, 195 0
38 BI 146,148 (98%) 0.50 14 (9%) 18112 52, 143, 185, 195 0
38 DI 146,148 (98%) 3.26 68 (46%) fo) {0 56, 156, 188, 198 0
39 | BN 139/140 (99%) 0.20 5(3%) 42 |17 32, 60, 140, 187 0
39 | DN 139/140 (99%) -0.07 5(3%) 42 17 38, 65, 142, 188 0
40 | BO 122/122 (100%) -0.20 32, 52, 105, 141 0
40 | DO 122/122 (100%) -0.45 35, 55, 111, 146 0
41 BP 146/150 (97%) 0.78 22, 79, 148, 199 0
41 DP 146/150 (97%) 0.46 27, 81, 150, 198 0
42 | BQ 136,141 (96%) 0.52 39, 64, 150, 189 0
12 | DQ 136,141 (96%) 0.38 43, 69, 149, 190 0
43 BR 117/118 (99%) -0.02 ) 28, 44, 113, 143 0
43 | DR 117/118 (99%) -0.17 2 (1%) 70 41 30, 49, 115, 144 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
44 BS 99/112 (88%) 0.44 (6%) 21 53, 98, 141, 178 0
44 DS 99/112 (88%) 1.12 24 (24% 63, 103, 146, 180 0
45 BT 132/146 (90%) 0.31 7 (5%) 26 42,73, 157, 191 0
45 DT 132/146 (90%) 0.14 7 (5%) 26 46, 77, 159, 194 0
46 BU 117/118 (99%) 0.24 2 (1%) 70 23, 50, 114, 190 0
46 DU 117/118 (99%) 0.12 2 (1%) 70 32, 56, 119, 193 0
47 BV 101/101 (100%) 0.80 8 (7%) 32,91, 171, 194 0
47 DV 101/101 (100%) 0.76 (12%) 35, 97, 169, 195 0
48 BW 113/113 (100%) -0.20 0 §100 28, 40, 101, 168 0
48 DW 113/113 (100%) -0.33 2 (1%) 68 40 31, 43, 106, 175 0
49 BX 93/96 (96%) 0.34 4 (4%) 35 |13 36, 65, 142, 184 0
49 DX 93/96 (96%) 0.01 2 (2%) 62 33 42, 69, 147, 185 0
50 | BY 101/110 (91%) 1.12 (18%) Iﬂ 39, 91, 191, 199 0
50 DY 101/110 (91%) 0.93 (19%) 0] | 40,96, 191, 199 0
51 BZ 177/206 (85%) 0.22 4 (2%) 60 31 56, 100, 150, 175 0
51 DZ 177/206 (85%) 0.49 13 (7%) | 15 . 63, 103, 153, 179 0
All All | 20064/20922 (95%) 0.64 2290 (11%) 22, 84, 190, 201 0

The worst 5 of 2290 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
35 BF 208 | GLY 23.7
42 BQ 140 | ALA 18.8
38 DI 100 | ALA 18.7
42 DQ 140 | ALA 17.0

1 AA 88 A 16.4

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

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

6.3 Carbohydrates (i)

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

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. 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
52 MG DA 3309 1/1 0.36 0.17 66,66,66,66
52 MG DA 3232 1/1 0.48 0.87 63,63,63,63
52 MG BA 3362 1/1 0.48 0.38 50,50,50,50
52 MG AA 1643 1/1 0.49 1.02 66,66,66,66
52 MG DA 3124 1/1 0.56 0.29 49,49,49,49
52 MG DA 3297 1/1 0.56 0.51 55,59,55,55
52 MG DA 3310 1/1 0.59 0.45 56,56,56,56
52 MG DA 3133 1/1 0.62 0.12 55,59,55,55
52 MG BA 3128 1/1 0.62 0.91 45,45,45,45
52 MG BA 3349 1/1 0.62 0.78 65,65,65,65
52 MG AA 1654 1/1 0.63 0.83 64,64,64,64
52 MG BA 3167 1/1 0.65 0.54 51,51,51,51
52 MG BA 3175 1/1 0.65 0.64 43,43,43,43
02 MG BA 3098 1/1 0.66 0.34 99,59,59,59
52 MG BF 301 1/1 0.66 0.40 43,43,43,43
52 MG AA 1635 1/1 0.66 0.14 53,53,53,53
02 MG BA 3072 1/1 0.66 0.56 41,41,41,41
52 MG DA 3305 1/1 0.67 0.99 46,46,46,46
52 MG DA 3236 1/1 0.67 0.57 71,71,71,71
52 MG BA 3150 1/1 0.69 0.43 40,40,40,40
52 MG DA 3074 1/1 0.69 0.59 54,54,54,54
02 MG BA 3088 1/1 0.69 0.40 33,33,33,33
52 MG DA 3167 1/1 0.70 0.26 63,63,63,63
52 MG AA 1604 1/1 0.70 0.32 62,62,62,62
592 MG BA 3151 1/1 0.71 0.39 A7,47,47.47
52 MG BA 3346 1/1 0.71 0.12 63,63,63,63
592 MG DA 3280 1/1 0.71 0.42 70,70,70,70
52 MG BA 3313 1/1 0.72 0.66 56,56,56,56
52 MG CA 1626 1/1 0.72 0.48 68,68,68,68
52 MG BA 3007 1/1 0.72 0.70 40,40,40,40
52 MG BA 3271 1/1 0.72 0.16 53,53,53,53
52 MG DA 3303 1/1 0.72 0.28 43,43,43,43
52 MG DA 3252 1/1 0.73 0.47 97,57,57,57
52 MG BA 3292 1/1 0.73 0.14 41,41,41,41
52 MG DA 3295 1/1 0.73 0.65 73,73,73,73
52 MG DA 3243 1/1 0.73 0.52 56,56,56,56 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 MG AA 1649 1/1 0.73 0.26 76,76,76,76 0
52 MG DA 3290 1/1 0.73 0.55 55,55,55,55 0
52 MG BA 3171 1/1 0.73 0.77 35,35,35,35 0
52 MG BA 3363 1/1 0.74 0.20 54,54,54,54 0
52 MG BA 3154 1/1 0.74 0.37 7T 0
52 MG DA 3328 1/1 0.74 0.52 61,61,61,61 0
52 | MG | DA | 3166 1/1 0.74 | 0.62 | 64,64,64,64 0
52 MG CA 1608 1/1 0.74 0.33 68,68,68,68 0
52 MG BA 3203 1/1 0.75 0.13 A7,47,47.47 0
02 MG BA 3307 1/1 0.75 0.36 38,38,38,38 0
52 | MG | BA | 3131 1/1 0.75 | 052 | 45454545 0
52 MG BA 3247 1/1 0.75 0.56 35,35,35,35 0
92 MG DA 3331 1/1 0.76 0.15 67,67,67,67 0
52 | MG | BA | 3141 1/1 0.76 | 0.18 | 47474747 0
52 | MG | BA | 3180 1/1 0.76 | 0.64 | 46,46,46.46 0
52 MG BA 3336 1/1 0.76 0.34 49,49,49,49 0
02 MG DA 3153 1/1 0.77 0.77 73,73,73,73 0
52 | MG | DA | 3184 1/1 0.77 | 029 | 32,32,32.32 0
02 MG DA 3187 1/1 0.77 0.57 44,44,44,44 0
52 MG AA 1644 1/1 0.77 0.41 68,68,68,68 0
02 MG BA 3361 1/1 0.77 0.33 52,52,52,52 0
52 MG AA 1637 1/1 0.77 0.69 51,51,51,51 0
52 | MG | AA | 1611] 1/1 0.77 | 017 | 72.72.72.72 0
52 MG DA 3195 1/1 0.77 0.48 36,36,36,36 0
52 MG DA | 3281 1/1 0.77 0.81 63,63,63,63 0
52 MG BA 3395 1/1 0.77 0.85 51,561,51,51 0
52 MG BA 3159 1/1 0.77 0.70 52,52,52,52 0
52 MG DA 3283 1/1 0.78 0.65 52,52,52,52 0
02 MG BA 3176 1/1 0.78 0.42 58,58,58,58 0
52 | MG | DA | 3201 1/1 0.78 | 0.23 | 43,43,43.43 0
52 | MG | DA | 3249 1/1 0.78 | 0.23 | 48,48,48.48 0
02 MG CA 1630 1/1 0.78 0.62 66,66,66,66 0
52 MG DA 3274 1/1 0.78 0.42 71,71,71,71 0
52 MG DA 3289 1/1 0.78 0.45 53,53,53,53 0
52 | MG | BA | 3181 1/1 0.78 | 0.15 | 32,32,32,32 0
52 MG DA 3322 1/1 0.78 0.39 45,45,45,45 0
02 MG DA 3264 1/1 0.78 0.26 58,58,58,58 0
52 | MG | BA |3113| 1/1 0.78 | 0.21 | 26,26,26,26 0
52 | MG | BA |3291| 1/1 0.78 | 0.21 | 54,54,54,54 0
52 MG DA 3325 1/1 0.79 0.56 46,46,46,46 0
52 MG BA 3074 1/1 0.79 0.50 48,48,48,48 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 MG BA 3301 1/1 0.79 0.30 48,48,48,48 0
52 MG BA 3358 1/1 0.79 0.50 59,59,59,59 0
52 | MG | CA | 1638 1/1 0.79 | 1.28 | 64,64,64,64 0
52 MG DA 3208 1/1 0.79 0.57 34,34,34,34 0
02 MG DA 3271 1/1 0.79 0.56 56,56,56,56 0
52 MG BA 3330 1/1 0.79 0.55 48,48,48,48 0
52 MG DA 3106 1/1 0.79 0.91 53,53,53,53 0
52 MG BA 3337 1/1 0.79 0.47 32,32,32,32 0
02 MG DA 3180 1/1 0.79 0.50 38,38,38,38 0
52 MG DA 3149 1/1 0.79 0.58 04,54,54,54 0
02 MG BA 3246 1/1 0.79 0.37 40,40,40,40 0
52 MG DA 3159 1/1 0.79 0.24 40,40,40,40 0
52 MG DU 201 1/1 0.79 0.47 60,60,60,60 0
52 | MG | DA |3025| 1/1 0.79 | 0.44 | 46,46,46.46 0
52 | MG | AA | 1656 | 1/1 0.80 | 0.17 | 62,62,62,62 0
52 | MG | BA |3259| 1/1 0.80 | 0.41 | 40,40,40,40 0
02 MG DA 3075 1/1 0.80 0.45 38,38,38,38 0
02 MG DA 3225 1/1 0.80 0.20 37,37,37,37 0
02 MG DA 3304 1/1 0.80 0.79 63,63,63,63 0
52 MG CA 1627 1/1 0.80 0.75 81,81,81,81 0
52 | MG | DA |3221| 1/1 0.80 | 0.68 | 43,43,43.43 0
52 | MG | DA | 3267 | 1/1 0.80 | 0.45 | 46,46,46,46 0
52 MG DA 3298 1/1 0.80 0.64 59,59,59,59 0
02 MG BA 3215 1/1 0.80 0.20 10,10,10,10 0
02 MG BA 3282 1/1 0.80 0.59 46,46,46,46 0
52 MG BA 3289 1/1 0.80 0.27 44,44,44,44 0
52 MG BA 3237 1/1 0.80 0.50 42,42,42.42 0
52 MG BA 3116 1/1 0.81 0.11 41,41,41,41 0
52 MG BA 3127 1/1 0.81 0.50 44,44 44 44 0
52 | MG | DA |3293| 1/1 081 | 0.74 | 54,54.54.54 0
52 MG DA 3123 1/1 0.81 0.22 38,38,38,38 0
02 MG CA 1625 1/1 0.81 0.56 99,59,59,59 0
52 | MG | BA |3234| 1/1 081 | 0.19 | 16,16,16,16 0
52 MG DA 3173 1/1 0.81 0.77 57,57,57,57 0
52 | MG | DA |3320| 1/1 081 | 034 | 51,51,51,51 0
52 MG DA 3222 1/1 0.81 0.52 41,41,41,41 0
52 | MG | CA |1642| 1/1 081 | 1.23 | 7L7L71.71 0
02 MG DA 3245 1/1 0.81 0.19 65,65,65,65 0
52 | MG | BA |3326] 1/1 082 | 043 | 40,40,40,40 0
52 | MG | BA | 3198 | 1/1 082 | 0.89 | 62,62,62,62 0
52 MG DA 3009 1/1 0.82 0.43 47,47.47,47 0
52 | MG | CA | 1611 1/1 082 | 0.84 | 76,76,76,76 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 | CLM DA 3334 | 20/20 0.82 0.50 90,90,90,90 0
52 MG BA 3323 1/1 0.82 0.63 42,42,42.42 0
52 MG DA 3265 1/1 0.82 0.14 38,38,38,38 0
52 MG DA 3263 1/1 0.82 0.29 65,65,65,65 0
52 MG BA 3062 1/1 0.82 0.17 30,30,30,30 0
02 MG BA 3009 1/1 0.82 0.55 38,38,38,38 0
52 MG AA 1612 1/1 0.82 0.59 56,56,56,56 0
52 MG BA 3360 1/1 0.82 0.51 48,48,48,48 0
52 MG CA 1649 1/1 0.82 0.36 55,55,55,55 0
592 MG DA 3287 1/1 0.82 1.20 61,61,61,61 0
52 MG DA 3054 1/1 0.82 0.28 55,55,55,55 0
02 MG DA 3175 1/1 0.82 0.48 51,561,51,51 0
52 MG BA 3094 1/1 0.82 0.57 30,30,30,30 0
52 MG DA 3170 1/1 0.82 0.15 42,42,42.42 0
52 MG AA 1638 1/1 0.82 0.52 69,69,69,69 0
52 MG BA 3093 1/1 0.82 1.00 50,50,50,50 0
52 MG DA 3090 1/1 0.82 0.34 33,33,33,33 0
52 MG BA 3274 1/1 0.83 0.46 33,33,33,33 0
52 MG BA 3338 1/1 0.83 0.38 50,50,50,50 0
02 MG BA 3320 1/1 0.83 1.17 52,52,52,52 0
52 | MG | AA | 1624 1/1 083 | 049 | 59,59,59.50 0
52 MG BB 203 1/1 0.83 0.11 55,55,55,55 0
52 | MG | DA | 3278 | 1/1 083 | 052 | 54545454 0
52 | MG | BA | 3238 1/1 083 | 0.77 | 43,43,43.43 0
52 MG DA 3312 1/1 0.83 0.59 45,45,45,45 0
02 MG BA 3305 1/1 0.83 0.27 54,54,54,54 0
02 MG AA 1620 1/1 0.83 0.61 52,52,52,52 0
52 | MG | BA | 3278 | 1/1 083 | 0.16 | 31,31,31,31 0
52 | MG | DA | 3206 | 1/1 0.83 | 0.64 | 45454545 0
52 | MG | AA | 1620 1/1 083 | 034 | 49,49,49.49 0
52 MG BA 3350 1/1 0.83 0.38 04,54,54,54 0
02 MG CA 1610 1/1 0.83 0.27 66,66,66,66 0
02 MG DA 3137 1/1 0.83 0.17 69,69,69,69 0
02 MG AA 1613 1/1 0.83 0.29 62,62,62,62 0
52 MG BA 3318 1/1 0.83 0.38 34,34,34,34 0
52 MG DA 3327 1/1 0.83 0.14 41,41,41,41 0
52 MG DA 3085 1/1 0.83 0.17 19,19,19,19 0
52 MG BA 3056 1/1 0.83 0.16 20,20,20,20 0
02 MG DA 3270 1/1 0.84 0.43 55,55,55,55 0
02 MG DA 3127 1/1 0.84 0.21 33,33,33,33 0
52 | MG | DX | 101 | 1/1 0.84 | 0.25 | 45454545 0
52 | MG | BA | 3207 | 1/1 084 | 072 | 32,32,32.32 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 | MG | AA | 1632 1/1 084 | 065 | 5Lh15051 0
54 K DA 3333 1/1 0.84 0.30 62,62,62,62 0
52 | MG | BA |3345| 1/1 084 | 025 | 43,43,43.43 0
52 | MG | BA |3221| 1/1 084 | 025 | 31,31,31,31 0
52 MG DA 3029 1/1 0.84 0.23 43,43,43,43 0
02 MG DA 3101 1/1 0.84 0.33 34,34,34,34 0
02 MG DA 3165 1/1 0.84 0.28 38,38,38,38 0
52 MG BP 201 1/1 0.84 0.56 35,35,35,35 0
52 | MG | DA |3234| 1/1 084 | 072 | 60,60,60,60 0
52 MG BA 3075 1/1 0.84 0.47 38,38,38,38 0
52 MG AA 1630 1/1 0.84 0.53 49,49,49,49 0
02 MG DA 3257 1/1 0.84 0.36 46,46,46,46 0
52 MG BA 3276 1/1 0.84 0.36 35,35,35,35 0
52 MG DA 3072 1/1 0.84 0.89 71,71,71,71 0
52 | MG | DB | 201 | 1/1 0.84 | 046 | 57575757 0
52 MG BA 3300 1/1 0.84 0.41 45,45,45,45 0
52 MG DA 3259 1/1 0.84 0.51 79,79,79,79 0
52 MG BA 3359 1/1 0.84 0.58 39,39,39,39 0
52 MG DB 204 1/1 0.84 0.47 37,37,37,37 0
02 MG BA 3139 1/1 0.84 0.68 30,30,30,30 0
52 | MG | DA |3214| 1/1 085 | 0.43 | 39,39,39,39 0
52 MG CA 1628 1/1 0.85 0.63 50,50,50,50 0
52 MG DF 301 1/1 0.85 0.41 53,53,53,53 0
52 | MG | BA | 3220 1/1 085 | 0.36 | 26,26,26,26 0
52 MG DA 3177 1/1 0.85 0.41 37,37,37,37 0
02 MG CA 1606 1/1 0.85 0.86 52,52,52,52 0
02 MG DA 3047 1/1 0.85 0.55 33,33,33,33 0
52 MG BA 3248 1/1 0.85 0.35 33,33,33,33 0
52 MG BA 3365 1/1 0.85 0.36 43,43,43,43 0
52 MG BA 3209 1/1 0.85 0.39 36,36,36,36 0
52 MG BA 3249 1/1 0.85 0.33 04,54,54,54 0
02 MG DD 301 1/1 0.85 0.44 32,32,32,32 0
52 | MG | AA | 1651 | 1/1 085 | 032 | 45,45.45 45 0
02 MG BA 3356 1/1 0.85 0.08 60,60,60,60 0
52 MG BA 3118 1/1 0.85 0.20 38,38,38,38 0
52 MG DA 3239 1/1 0.85 0.78 41,41,41,41 0
52 | MG | DA | 3210 1/1 0.85 | 0.23 | 46,46,46,46 0
52 | MG | BA |3199| 1/1 0.85 | 0.40 | 42424242 0
02 MG CA 1631 1/1 0.85 0.08 71,71,71,71 0
52 | MG | BA |3255| 1/1 0.85 | 0.44 | 54545454 0
52 MG DQ 201 1/1 0.85 0.36 42,42,42.42 0
52 MG CA 1614 1/1 0.86 0.63 57,57,57,57 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 MG DA 3105 1/1 0.86 0.20 39,39,39,39 0
52 MG BA 3258 1/1 0.86 0.24 21,21,21,21 0
52 MG BA 3325 1/1 0.86 0.63 53,53,53,53 0
52 | MG | DA |3164| 1/1 0.86 | 0.56 | 41,41,41.41 0
52 | MG | BA |3115| 1/1 0.86 | 0.44 | 34343434 0
02 MG DA 3126 1/1 0.86 0.16 36,36,36,36 0
02 MG CA 1637 1/1 0.86 0.35 65,65,65,65 0
52 | MG | DA | 3216 1/1 0.86 | 0.56 | 45,45,45.45 0
52 | MG | BA |3003| 1/1 0.86 | 0.80 | 44,44,44,44 0
52 MG BA 3279 1/1 0.86 0.36 39,39,39,39 0
52 MG DA 3132 1/1 0.86 0.77 53,53,53,53 0
02 MG DA 3156 1/1 0.86 0.35 51,561,51,51 0
52 MG BA 3240 1/1 0.86 0.38 50,50,50,50 0
52 MG BA 3367 1/1 0.86 0.10 47,47 47,47 0
52 MG BA 3314 1/1 0.86 0.50 41,41,41,41 0
52 MG BA 3368 1/1 0.86 0.07 60,60,60,60 0
52 MG BA 3366 1/1 0.86 0.14 52,52,52,52 0
52 | MG | AA | 1646 | 1/1 0.86 | 0.12 | 48,48.48 48 0
52 MG DA 3302 1/1 0.86 0.24 39,39,39,39 0
02 MG BR 202 1/1 0.86 0.68 31,31,31,31 0
52 | MG | AA | 1648 | 1/1 086 | 1.32 | 80,80,80,80 0
52 MG BA 3243 1/1 0.86 0.20 30,30,30,30 0
52 | MG | BA | 3347 | 1/1 0.86 | 043 | 47 ATAT AT 0
52 MG D5 102 1/1 0.86 0.51 58,58,58,58 0
52 MG BA 3111 1/1 0.87 0.55 41,41,41,41 0
02 MG BA 3317 1/1 0.87 0.36 53,53,53,53 0
52 | MG | BA |3160| 1/1 0.87 | 0.58 | 41,41,41,41 0
52 | MG | BA | 3332 1/1 087 | 027 | 51,51,51,51 0
52 MG DA 3055 1/1 0.87 0.52 34,34,34,34 0
52 MG DA 3136 1/1 0.87 0.36 48,48,48,48 0
52 MG BA 3331 1/1 0.87 0.53 37,37,37,37 0
02 MG BA 3286 1/1 0.87 0.51 44,44,44,44 0
02 MG CA 1604 1/1 0.87 0.32 67,67,67,67 0
02 MG DA 3233 1/1 0.87 0.56 51,561,51,51 0
52 MG BA 3341 1/1 0.87 0.65 66,66,66,66 0
52 MG BA 3299 1/1 0.87 0.38 37,37,37,37 0
52 MG DA 3250 1/1 0.87 0.35 56,56,56,56 0
52 MG CA 1635 1/1 0.87 0.79 73,73,73,73 0
02 MG DA 3176 1/1 0.87 0.20 66,66,66,66 0
02 MG DA 3285 1/1 0.87 0.20 33,33,33,33 0
52 | MG | BA |3225| 1/1 087 | 0.60 | 32,32,32,32 0
52 MG BA 3244 1/1 0.87 0.36 50,50,50,50 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 MG BQ 202 1/1 0.87 0.35 37,37,37,37 0
52 | MG | CA | 1652 | 1/1 087 | 0.15 | 61,61,61,61 0
52 | MG | DA | 3115 1/1 087 | 027 | 47474747 0
52 MG BA 3049 1/1 0.87 0.56 23,23,23,23 0
52 MG BA 3364 1/1 0.88 0.35 64,64,64,64 0
02 MG DA 3332 1/1 0.88 0.15 69,69,69,69 0
52 MG BA 3112 1/1 0.88 0.25 14,14,14,14 0
52 | MG | BA |3124| 1/1 088 | 0.43 | 39,39,39,39 0
52 MG BA 3205 1/1 0.88 0.50 34,34,34,34 0
52 MG DA 3306 1/1 0.88 0.44 54,54,54,54 0
52 | MG | DA [3299| 1/1 0.8% | 0.18 | 41,41,41,41 0
52 | MG | CA |1622] 1/1 0.8% | 045 | 46,46,46 46 0
52 MG DA 3007 1/1 0.88 0.49 48,48,48,48 0
52 MG BA 3332 1/1 0.88 0.41 35,35,35,35 0
52 MG BA 3250 1/1 0.88 0.70 48,48,48,48 0
52 MG DA 3006 1/1 0.88 0.58 38,38,38,38 0
52 MG AA 1652 1/1 0.88 0.73 44,44 44 44 0
52 MG BA 3148 1/1 0.88 0.48 23,23,23,23 0
52 MG DA 3021 1/1 0.88 0.35 38,38,38,38 0
02 MG DA 3086 1/1 0.88 0.20 34,34,34,34 0
52 MG BA 3296 1/1 0.88 0.07 36,36,36,36 0
52 MG DA 3103 1/1 0.88 0.56 33,33,33,33 0
52 | MG | DA | 3116 1/1 0.88 | 0.28 | 45,45,45.45 0
52 | MG | DA | 3118 | 1/1 0.88 | 033 | 43,43,43.43 0
52 MG DA 3014 1/1 0.88 0.40 71,71,71,71 0
52 | MG | DA |3326] 1/1 088 | 022 | 49,49.49 49 0
02 MG DA 3110 1/1 0.88 0.22 50,50,50,50 0
52 MG CA 1645 1/1 0.88 0.35 45,45,45,45 0
52 MG BB 205 1/1 0.88 0.16 59,59,59,59 0
52 | MG | BA | 3315 1/1 088 | 0.23 | 43,43,43.43 0
52 MG BA 3155 1/1 0.88 0.32 39,39,39,39 0
52 | MG | BA |3232] 1/1 088 | 0.31 | 27.27.27.27 0
02 MG BA 3319 1/1 0.88 0.48 46,46,46,46 0
02 MG BA 3340 1/1 0.88 0.23 39,39,39,39 0
52 MG BA 3200 1/1 0.88 0.33 12,12,12,12 0
52 MG DA 3016 1/1 0.88 0.59 29,29,29,29 0
52 | MG | BA | 3288 | 1/1 0.88 | 0.52 | 46,46,46,46 0
52 MG DB 202 1/1 0.88 0.41 60,60,60,60 0
02 MG DA 3135 1/1 0.88 0.68 39,39,39,39 0
02 MG BA 3335 1/1 0.88 0.42 D7,57,57,57 0
52 MG BA 3089 1/1 0.88 0.39 15,15,15,15 0
52 | MG | BA | 3260 1/1 089 | 0.44 | 34343434 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 MG CA 1633 1/1 0.89 0.87 50,50,50,50 0
52 MG DA 3211 1/1 0.89 0.90 50,50,50,50 0
52 MG DA 3065 1/1 0.89 0.19 30,30,30,30 0
52 MG CA 1613 1/1 0.89 0.35 58,58,58,58 0
52 MG DA 3277 1/1 0.89 0.17 38,38,38,38 0
02 MG DA 3235 1/1 0.89 0.28 48,48,48,48 0
52 | MG | DA |3220] 1/1 089 | 0.21 | 40,40,40,40 0
52 MG DA 3262 1/1 0.89 0.71 60,60,60,60 0
52 | MG | DA | 3215 1/1 089 | 0.28 | 27.27.27.27 0
52 MG DA 3260 1/1 0.89 0.48 34,34,34,34 0
52 MG DA 3301 1/1 0.89 0.20 15,15,15,15 0
02 MG BA 3161 1/1 0.89 0.27 32,32,32,32 0
52 MG BA 3026 1/1 0.89 0.39 45,45,45,45 0
52 MG BA 3322 1/1 0.89 0.50 41,41,41,41 0
52 | MG | AA | 1622 | 1/1 0.89 | 0.47 | 40,40,40,40 0
52 | MG | DA | 3001 | 1/1 089 | 043 | 45454545 0
52 | MG | DA |3272| 1/1 089 | 047 | 47T ATATAT 0
52 MG DA 3242 1/1 0.89 0.33 35,35,35,35 0
52 MG BA 3354 1/1 0.89 0.39 40,40,40,40 0
02 MG DA 3276 1/1 0.89 0.85 44,44,44,44 0
52 | MG | DA | 3061 | 1/1 0.89 | 0.42 | 34343434 0
52 MG DA 3223 1/1 0.89 0.62 37,37,37,37 0
52 | MG | AA | 1650 | 1/1 0.89 | 0.56 | 49,49,49.49 0
52 | MG | BA | 3277 | 1/1 089 | 034 | 10,10,10,10 0
52 MG BA 3097 1/1 0.89 0.41 32,32,32,32 0
02 MG BA 3196 1/1 0.89 0.40 26,26,26,26 0
02 MG BA 3025 1/1 0.89 0.27 29,29,29,29 0
52 | MG | DA | 3193 | 1/1 0.89 | 0.74 | 40,40,40,40 0
52 MG BA 3321 1/1 0.90 0.31 33,33,33,33 0
52 MG BA 3177 1/1 0.90 0.87 67,67,67,67 0
52 MG DA 3313 1/1 0.90 0.67 48,48,48,48 0
52 | MG | AA | 1641 | 1/1 0.90 | 022 | 64,64,64,64 0
55 | CLM BA 3370 | 20/20 0.90 0.46 90,90,90,90 0
02 MG CA 1648 1/1 0.90 0.90 93,53,53,53 0
52 | MG | DA | 3154 1/1 0.90 | 053 | 51,51,51,51 0
52 MG BA 3309 1/1 0.90 0.58 49,49,49,49 0
52 | MG | BA | 3184 1/1 0.90 | 052 | 40,40,40,40 0
52 MG BB 201 1/1 0.90 0.54 35,35,35,35 0
02 MG BA 3204 1/1 0.90 0.26 36,36,36,36 0
02 MG AA 1631 1/1 0.90 0.62 52,52,52,52 0
52 | MG | DA | 3316 | 1/1 0.90 | 021 | 62,62,62,62 0
52 MG DA 3008 1/1 0.90 0.40 33,33,33,33 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 MG CA 1653 1/1 0.90 0.19 47,47 47,47 0
52 MG DA 3198 1/1 0.90 0.31 37,37,37,37 0
52 MG CA 1650 1/1 0.90 0.31 45,45,45,45 0
52 MG DA 3296 1/1 0.90 0.31 45,45,45,45 0
52 | MG | DA |3251| 1/1 0.90 | 0.19 | 72.,72.72.72 0
02 MG DA 3246 1/1 0.90 0.10 43,43,43,43 0
02 MG DA 3107 1/1 0.90 0.44 15,15,15,15 0
52 MG DB 203 1/1 0.90 0.14 73,73,73,73 0
52 | MG | DA | 3227 1/1 0.90 | 024 | 47474747 0
52 MG DA 3188 1/1 0.90 0.62 43,43,43,43 0
52 MG BA 3283 1/1 0.90 0.36 50,50,50,50 0
02 MG BA 3188 1/1 0.90 0.51 36,36,36,36 0
52 MG CA 1621 1/1 0.90 0.43 50,50,50,50 0
52 MG BA 3304 1/1 0.90 0.53 49,49,49,49 0
52 | MG | DA |3282| 1/1 0.90 | 0.23 | 61,61,61,61 0
52 | MG | DA | 3266 | 1/1 0.90 | 0.61 | 45454545 0
52 | MG | BA |3228] 1/1 0.90 | 042 | 27,27,27,27 0
52 MG DA 3207 1/1 0.90 0.46 54,54,54,54 0
52 | MG | DA |328%] 1/1 0.90 | 0.22 | 42424242 0
02 MG CA 1639 1/1 0.91 0.56 50,50,50,50 0
52 MG DA 3058 1/1 0.91 0.34 42,42,42.42 0
52 | MG | BA | 3108 | 1/1 0.91 | 0.18 | 31,31,31,31 0
52 | MG | DA |3260| 1/1 0.91 | 020 | 61,61,61,61 0
52 MG DA 3003 1/1 0.91 0.71 39,39,39,39 0
52 MG BA 3103 1/1 0.91 0.36 27,27,27,27 0
02 MG DA 3191 1/1 0.91 0.44 38,38,38,38 0
52 | MG | DA |3231] 1/1 0.91 | 0.55 | 54545454 0
52 MG BA 3235 1/1 0.91 0.56 38,38,38,38 0
52 | MG | DA | 3323 1/1 0.91 | 0.67 | 62,62,62,62 0
52 | MG | BA | 3110 1/1 0.91 | 052 | 27,27,27,27 0
52 | MG | BA |3109] 1/1 091 | 0.82 | 40,40,40,40 0
02 MG AA 1618 1/1 0.91 0.19 53,53,53,53 0
02 MG BA 3272 1/1 0.91 0.44 36,36,36,36 0
02 MG BA 3013 1/1 0.91 0.41 70,77 0
52 MG BA 3046 1/1 0.91 0.37 24,24,24 24 0
52 MG DA 3268 1/1 0.91 0.94 63,63,63,63 0
52 | MG | DA | 3100 1/1 0.91 | 034 | 4348,4848 0
52 MG BA 3169 1/1 0.91 0.34 33,33,33,33 0
52 | MG | DA |3315| 1/1 0.91 | 017 | 43,4343 43 0
02 MG DA 3067 1/1 0.91 0.29 35,35,35,35 0
52 MG CA 1618 1/1 0.91 0.46 58,58,58,58 0
52 | MG | BA | 3117 1/1 0.91 | 031 | 50,50,50,50 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 | MG | DA |3292 ] 1/1 0.91 | 0.32 | 52525252 0
52 | MG | AA | 1600 | 1/1 0.91 | 045 | 52,52,52.52 0
52 | MG | DA | 3150 | 1/1 091 | 051 | 32,32,32.32 0
52 MG DA 3032 1/1 0.91 0.37 31,31,31,31 0
52 MG AA 1605 1/1 0.91 0.39 71,71,71,71 0
02 MG AA 1615 1/1 0.91 0.21 35,35,35,35 0
02 MG DA 3169 1/1 0.91 0.55 45,45,45,45 0
52 MG BA 3004 1/1 0.91 0.35 14,14,14,14 0
52 MG CA 1643 1/1 0.91 0.29 42,42,42.42 0
52 | MG | CA | 1602 | 1/1 0.91 | 0.58 | 40,40,40,40 0
52 MG AA 1653 1/1 0.91 0.33 46,46,46,46 0
02 MG BA 3324 1/1 0.91 0.45 53,53,53,53 0
52 MG CA 1651 1/1 0.91 0.69 51,561,51,51 0
52 | MG | DA | 3125 | 1/1 091 | 0.16 | 33,33,33,33 0
54 K BA 3369 1/1 0.91 0.16 41,41,41,41 0
52 MG DA 3096 1/1 0.91 0.47 61,61,61,61 0
52 | MG | AA | 1634 | 1/1 0.91 | 0.64 | 51,51,51,51 0
52 MG BA 3260 1/1 0.91 0.30 13,13,13,13 0
52 MG CA 1601 1/1 0.91 0.20 61,61,61,61 0
02 MG DA 3069 1/1 0.91 0.29 63,63,63,63 0
52 MG DA 3241 1/1 0.91 0.12 54,54,54,54 0
52 MG BA 3085 1/1 0.91 0.17 9,9,9,9 0
52 | MG | BA | 3166 | 1/1 0.91 | 019 | 27.27.27.27 0
52 | MG | BA | 3201 1/1 0.91 | 0.63 | 31,31,31,31 0
52 MG BA 3202 1/1 0.91 0.61 35,35,35,35 0
02 MG DA 3160 1/1 0.91 0.59 51,561,51,51 0
02 MG BA 3333 1/1 0.91 0.48 50,50,50,50 0
52 | MG | BA | 3146 | 1/1 0.91 | 040 | 33,33,33,33 0
52 MG CA 1636 1/1 0.91 0.26 77070777 0
52 MG DA 3052 1/1 0.91 0.51 36,36,36,36 0
52 MG AA 1628 1/1 0.91 0.70 70,70,70,70 0
52 MG AA 1621 1/1 0.91 0.49 37,37,37,37 0
02 MG BA 3236 1/1 0.92 0.26 31,31,31,31 0
52 | MG | BA [3000] 1/1 0.92 | 0.42 | 14,14,14,14 0
52 | MG | BA |3162| 1/1 0.92 | 030 | 45,45,45.45 0
52 MG BA 3357 1/1 0.92 0.41 44,44 44,44 0
52 MG DA 3200 1/1 0.92 0.19 37,37,37,37 0
52 MG DA 3035 1/1 0.92 0.45 31,31,31,31 0
52 | MG | DA |3185| 1/1 0.92 | 047 | 49,49.49 49 0
02 MG DA 3094 1/1 0.92 0.69 38,38,38,38 0
52 MG CA 1605 1/1 0.92 0.29 68,68,68,68 0
52 | MG | AA | 1645 | 1/1 0.92 | 059 | 61,61,61,61 0

Continued on next page...



Page 92

wwPDB X-ray Structure Validation Summary Report

AVTW

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 MG BA 3033 1/1 0.92 0.30 18,18,18,18 0
53 ZN AN 101 1/1 0.92 0.15 | 144,144,144,144 0
52 MG BA 3227 1/1 0.92 0.61 22,22,22.22 0
52 | MG | DA |3095| 1/1 0.92 | 041 | 47474747 0
52 MG BA 3287 1/1 0.92 0.34 27,27,27,27 0
52 | MG | DA |3121| 1/1 0.92 | 028 | 49,49.49 49 0
52 | MG | DA |3157| 1/1 0.92 | 024 | 48484848 0
52 MG BA 3083 1/1 0.92 0.55 34,34,34,34 0
52 | MG | DA | 3051 | 1/1 0.92 | 051 | 29,29,29.29 0
52 | MG | BA | 3245 | 1/1 0.92 | 052 | 52,52,52,52 0
52 MG BA 3206 1/1 0.92 0.56 29,29,29,29 0
02 MG BA 3170 1/1 0.92 0.65 36,36,36,36 0
52 MG BA 3069 1/1 0.92 0.31 26,26,26,26 0
52 MG BA 3298 1/1 0.92 0.36 41,41,41,41 0
52 MG BX 101 1/1 0.92 0.26 21,21,21,21 0
52 | MG | DA | 3284 1/1 0.92 | 0.72 | 49,49.4949 0
52 MG BA 3230 1/1 0.92 0.76 37,37,37,37 0
52 MG DA 3226 1/1 0.92 0.65 55,55,55,55 0
52 | MG | BA |3041| 1/1 0.92 | 0.44 | 24242424 0
02 MG DA 3319 1/1 0.92 0.63 95,55,55,55 0
52 | MG | CA | 1612 | 1/1 0.92 | 0.34 | 48,4848 48 0
52 | MG | BA | 3327 1/1 0.92 | 0.30 | 48,48,4848 0
52 MG DA 3070 1/1 0.92 0.32 35,35,35,35 0
52 | MG | BA | 3239 1/1 0.92 | 017 | 32,32,32,32 0
52 MG DA 3131 1/1 0.92 0.28 55,55,55,55 0
02 MG DA 3318 1/1 0.92 0.36 43,43,43,43 0
02 MG BA 3226 1/1 0.92 0.20 14,14,14,14 0
52 MG DA 3026 1/1 0.92 0.43 55,55,55,55 0
52 | MG | BE | 301 | 1/1 0.92 | 049 | 16,16,16,16 0
52 MG DA 3330 1/1 0.92 0.28 53,53,53,53 0
52 MG BA 3312 1/1 0.92 0.20 41,41,41,41 0
52 | MG | DA |3049| 1/1 0.92 | 0.55 | 42424242 0
52 | MG | BA |3241| 1/1 0.92 | 0.18 | 44,44.44.44 0
52 | MG | BL | 101 | 1/1 0.92 | 032 | 2525.25.25 0
52 | MG | DA |3202| 1/1 0.92 | 0.54 | 46,46,46 46 0
52 MG DA 3030 1/1 0.92 0.26 37,37,37,37 0
52 MG BA 3344 1/1 0.92 0.09 56,56,56,56 0
52 MG DA 3248 1/1 0.92 0.33 33,33,33,33 0
02 MG BA 3063 1/1 0.92 0.54 45,45,45,45 0
02 MG DA 3063 1/1 0.92 0.39 38,38,38,38 0
52 MG BB 204 1/1 0.92 0.43 41,41,41,41 0
52 | MG | DA | 3143 | 1/1 0.92 | 0.43 | 40,40,40,40 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 MG DA 3089 1/1 0.92 0.61 31,31,31,31 0
52 MG CA 1607 1/1 0.92 0.46 46,46,46,46 0
52 | MG | BA | 3134 1/1 0.92 | 027 | 36,36,36,36 0
52 MG BA 3061 1/1 0.92 0.38 35,35,35,35 0
52 MG CA 1634 1/1 0.92 0.16 A7,47,47.47 0
02 MG CA 1624 1/1 0.93 0.40 50,50,50,50 0
02 MG DA 3183 1/1 0.93 0.45 35,35,35,35 0
52 MG BA 3256 1/1 0.93 0.12 24,24,24 24 0
52 MG BA 3189 1/1 0.93 0.19 46,46,46,46 0
52 MG AA 1608 1/1 0.93 0.45 70,70,70,70 0
52 MG DA 3314 1/1 0.93 0.23 40,40,40,40 0
52 | MG | AA | 1642 | 1/1 0.93 | 034 | 46,46,46 46 0
52 MG DA 3040 1/1 0.93 0.95 58,58,58,58 0
52 MG BA 3001 1/1 0.93 0.38 36,36,36,36 0
52 MG BA 3308 1/1 0.93 0.37 45,45,45,45 0
52 MG DA 3113 1/1 0.93 0.09 59,59,59,59 0
52 | MG | DA | 3244 1/1 0.93 | 0.62 | 36,36,36,36 0
52 MG DA 3179 1/1 0.93 0.33 29,29,29,29 0
52 MG DA 3048 1/1 0.93 0.48 30,30,30,30 0
02 MG DA 3148 1/1 0.93 0.29 51,561,51,51 0
52 | MG | BA |3080 | 1/1 0.93 | 0.68 | 14,14,14,14 0
52 MG BA 3218 1/1 0.93 0.33 30,30,30,30 0
52 | MG | CA | 1620 | 1/1 0.93 | 034 | 45454545 0
52 | MG | DA |3212| 1/1 0.93 | 021 | 33,33,33,33 0
52 MG DA 3182 1/1 0.93 0.55 41,41,41,41 0
02 MG BA 3306 1/1 0.93 0.56 35,35,35,35 0
02 MG DA 3254 1/1 0.93 0.19 46,46,46,46 0
52 | MG | CA | 1641 1/1 0.93 | 0.40 | 45,45,45.45 0
52 MG BA 3193 1/1 0.93 0.55 46,46,46,46 0
52 | MG | DA | 3128 1/1 0.93 | 023 | 29,29,29.29 0
52 MG DA 3145 1/1 0.93 0.55 40,40,40,40 0
02 MG BA 3122 1/1 0.93 0.51 37,37,37,37 0
02 MG BA 3265 1/1 0.93 0.31 43,43,43,43 0
02 MG D5 101 1/1 0.93 0.47 30,30,30,30 0
52 MG DA 3120 1/1 0.93 0.29 36,36,36,36 0
52 | MG | BA | 3152 1/1 0.93 | 0.12 | 49,49.4949 0
52 MG DA 3256 1/1 0.93 0.30 46,46,46,46 0
52 MG DA 3308 1/1 0.93 0.15 43,43,43,43 0
02 MG AA 1603 1/1 0.93 0.38 43,43,43,43 0
02 MG DR 201 1/1 0.93 0.45 34,34,34,34 0
52 | MG | BA | 3263 | 1/1 0.93 | 0.17 | 29,29,29.29 0
52 MG DA 3027 1/1 0.93 0.60 36,36,36,36 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 | MG | BA | 3018 | 1/1 0.93 | 029 | 27.27.27.27 0
52 MG DA 3088 1/1 0.93 0.48 40,40,40,40 0
52 MG BA 3039 1/1 0.93 0.72 37,37,37,37 0
52 | MG | D1 | 101 | 1/1 0.93 | 034 | 47474747 0
52 MG AA 1639 1/1 0.93 0.35 48,48,48,48 0
02 MG BA 3329 1/1 0.93 0.33 49,49,49,49 0
02 MG DA 3286 1/1 0.93 0.43 43,43,43,43 0
52 MG AA 1636 1/1 0.93 0.52 47,47 47,47 0
52 | MG | AA | 1626 | 1/1 0.93 | 0.44 | 46,46,46 46 0
52 MG BA 3104 1/1 0.93 0.19 22,22,22.22 0
52 MG BP 202 1/1 0.94 0.28 0,0,0,0 0
02 MG AA 1647 1/1 0.94 0.47 46,46,46,46 0
52 | MG | AA | 1619] 1/1 0.94 | 037 | 44,44.44.44 0
52 MG BA 3153 1/1 0.94 0.41 34,34,34,34 0
52 MG DA 3218 1/1 0.94 0.31 24,24,24 24 0
52 MG BA 3101 1/1 0.94 0.35 24,24,24 24 0
52 | MG | AA | 1640 | 1/1 0.94 | 047 | 60,60,60,60 0
52 | MG | BA |3281] 1/1 0.94 | 021 | 41,41,41,41 0
52 MG DA 3174 1/1 0.94 0.34 54,54,54,54 0
02 MG BA 3048 1/1 0.94 0.55 22,22,22,22 0
52 | MG | BA | 3042 | 1/1 0.94 | 0.31 T 0
52 MG BA 3091 1/1 0.94 0.25 14,14,14,14 0
52 MG DA 3300 1/1 0.94 0.47 54,54,54,54 0
52 | MG | DA | 3258 | 1/1 0.94 | 024 | 33,38,3838 0
52 MG DA 3005 1/1 0.94 0.19 49,49,49,49 0
02 MG BA 3102 1/1 0.94 0.44 38,38,38,38 0
02 MG BA 3339 1/1 0.94 0.34 31,31,31,31 0
52 MG DA 3117 1/1 0.94 0.12 54,54,54,54 0
52 | MG | BA | 3105 | 1/1 0.94 | 054 | 19,19,19.19 0
52 MG BA 3040 1/1 0.94 0.65 37,37,37,37 0
52 MG BA 3219 1/1 0.94 0.59 24,24,24,24 0
02 MG DA 3279 1/1 0.94 0.59 44,44,44,44 0
52 | MG | B5 | 102 | 1/1 0.94 | 0.59 | 44,4444.44 0
52 | MG | DA |3140| 1/1 0.94 | 047 | 42424242 0
52 MG AA 1616 1/1 0.94 0.08 57,57,57,57 0
52 MG BA 3106 1/1 0.94 0.57 37,37,37,37 0
52 | MG | BA |3132] 1/1 0.94 | 027 | 15,15,15,15 0
52 MG BA 3328 1/1 0.94 0.29 27,27,27,27 0
02 MG DA 3168 1/1 0.94 0.55 32,32,32,32 0
02 MG BA 3059 1/1 0.94 0.34 25,25,25,25 0
52 | MG | DA | 3042 | 1/1 0.94 | 0.25 | 29,20.29.29 0
52 | MG | BA | 3137 1/1 0.94 | 032 | 34343434 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 | MG | BA |3020| 1/1 0.94 | 032 | 2525.25.25 0
52 | MG | BA |3119| 1/1 0.94 | 0.40 | 34,34,34,34 0
52 | MG | BA |3342| 1/1 0.94 | 1.39 | 69,69,69,60 0
52 MG AA 1607 1/1 0.94 0.72 A7,47,47.47 0
52 MG CA 1617 1/1 0.94 0.53 48,48,48,48 0
52 | MG | BA |3267| 1/1 0.94 | 019 | 41414141 0
02 MG DA 3144 1/1 0.94 0.60 43,43,43,43 0
52 | MG | BA | 3143 1/1 0.94 | 063 | 29,29,29.29 0
52 | MG | BA | 3254 1/1 0.94 | 070 | 34343434 0
52 | MG | DA | 3230 1/1 094 | 015 | 25252525 0
52 MG BA 3270 1/1 0.94 0.55 26,26,26,26 0
02 MG BA 3038 1/1 0.94 0.48 17,17,17,17 0
52 | MG | DA |3294| 1/1 0.94 | 0.18 | 46,46,46 46 0
52 | MG | BA | 3252 1/1 0.94 | 022 | 50,50,50,50 0
52 MG BA 3186 1/1 0.94 0.50 38,38,38,38 0
52 MG BA 3266 1/1 0.94 0.44 37,37,37,37 0
52 MG DA 3114 1/1 0.94 0.22 46,46,46,46 0
52 MG DA 3275 1/1 0.94 0.60 51,51,51,51 0
52 MG DA 3098 1/1 0.94 0.47 34,34,34,34 0
52 | MG | DA |3056| 1/1 0.94 | 0.30 | 24,24.24,24 0
52 MG BA 3016 1/1 0.94 0.34 11,11,11,11 0
52 MG CA 1609 1/1 0.94 0.34 41,41,41,41 0
52 MG CA 1646 1/1 0.94 0.79 58,58,58,58 0
52 | MG | BA | 3099 | 1/1 0.94 | 030 | 34343434 0
52 | MG | BA |3071| 1/1 0.94 | 0.44 | 22222222 0
52 | MG | BA |3224| 1/1 0.94 | 031 | 27.27.27.27 0
52 | MG | BA |3195| 1/1 0.94 | 042 | 49,49.49 49 0
52 | MG | BA |3284| 1/1 0.94 | 0.28 | 39,39,39,39 0
52 MG BA 3057 1/1 0.94 0.29 37,37,37,37 0
52 | MG | DA | 3210 1/1 0.94 | 037 | 25252525 0
52 MG BA 3311 1/1 0.94 0.20 38,38,38,38 0
02 MG BA 3145 1/1 0.94 0.52 33,33,33,33 0
02 MG BA 3197 1/1 0.94 0.18 27,27,27,27 0
02 MG DA 3060 1/1 0.95 0.31 46,46,46,46 0
52 MG BA 3220 1/1 0.95 0.69 22,22,22.22 0
52 MG BA 3303 1/1 0.95 0.23 37,37,37,37 0
52 MG DA 3038 1/1 0.95 0.57 25,25,25,25 0
52 | MG | BA |3231] 1/1 0.95 | 0.11 | 26,26,26,26 0
52 | MG | BA |3120] 1/1 0.95 | 042 | 2525.25.25 0
02 MG BA 3163 1/1 0.95 0.51 53,53,53,53 0
52 MG BA 3334 1/1 0.95 0.40 39,39,39,39 0
52 | MG | DA | 3311 1/1 0.95 | 0.28 | 29,29,29.29 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 MG DA 3324 1/1 0.95 0.17 38,38,38,38 0
52 MG BA 3316 1/1 0.95 0.36 41,41,41,41 0
52 | MG | BA | 3157 | 1/1 0.95 | 0.44 | 13,13,13,13 0
52 MG DA 3002 1/1 0.95 0.48 22,22,22.22 0
52 MG DA 3057 1/1 0.95 0.32 32,32,32,32 0
52 | MG | BA |3280| 1/1 0.95 | 0.40 | 41,41,41,41 0
02 MG CA 1615 1/1 0.95 0.39 64,64,64,64 0
52 MG DA 3129 1/1 0.95 0.32 36,36,36,36 0
52 | MG | DP | 201 | 1/1 0.95 | 0.18 | 19,19,19,19 0
52 MG BA 3301 1/1 0.95 0.66 36,36,36,36 0
52 | MG | AA | 1655| 1/1 0.95 | 021 | 45,45.45 .45 0
02 MG DA 3119 1/1 0.95 0.40 36,36,36,36 0
52 MG AA 1627 1/1 0.95 0.20 60,60,60,60 0
52 MG DA 3018 1/1 0.95 0.33 29,29,29,29 0
52 | MG | AA | 1625 | 1/1 0.95 | 0.58 | 40,40,40,40 0
52 MG DA 3083 1/1 0.95 0.45 37,37,37,37 0
52 | MG | BA | 3054 | 1/1 0.95 | 020 | 48,48,4848 0
52 MG DA 3019 1/1 0.95 0.63 25,25,25,25 0
52 MG BA 3008 1/1 0.95 0.45 27,27,27,27 0
02 MG DA 3199 1/1 0.95 0.57 43,43,43,43 0
52 MG BA 3052 1/1 0.95 0.53 23,23,23,23 0
52 MG BB 207 1/1 0.95 0.20 58,58,58,58 0
52 | MG | DA |3122| 1/1 0.95 | 0.67 | 40,40,40,40 0
52 | MG | CA | 1610 | 1/1 0.95 | 053 | 40,40,40,40 0
52 MG CA 1632 1/1 0.95 0.35 56,56,56,56 0
02 MG DA 3228 1/1 0.95 0.23 38,38,38,38 0
02 MG BA 3036 1/1 0.95 0.45 8,8,8,8 0
52 MG DA 3163 1/1 0.95 0.66 30,30,30,30 0
52 | MG | BA |3070 | 1/1 0.95 | 035 | 24242424 0
52 | MG | BA | 3044 1/1 0.95 | 0.28 9.9.9.9 0
52 MG DA 3023 1/1 0.95 0.48 27,27,27,27 0
02 MG DE 301 1/1 0.95 0.43 31,31,31,31 0
52 | MG | DA |3l12| 1/1 0.95 | 044 | 28282828 0
02 MG BA 3144 1/1 0.95 0.60 29,29,29,29 0
52 MG DA 3291 1/1 0.95 0.20 36,36,36,36 0
52 MG BA 3158 1/1 0.95 0.35 9,9,9,9 0
52 MG CA 1629 1/1 0.95 0.16 57,57,57,57 0
52 | MG | BA |3140| 1/1 0.95 | 0.54 | 44,44.44.44 0
02 MG DA 3139 1/1 0.95 0.83 43,43,43,43 0
02 MG BA 3348 1/1 0.95 0.26 34,34,34,34 0
52 MG DA 3080 1/1 0.95 0.82 30,30,30,30 0
52 | MG | DA | 3147 | 1/1 0.95 | 0.26 | 43,43,43.43 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 MG BA 3060 1/1 0.95 0.36 31,31,31,31 0
52 MG BA 3264 1/1 0.95 0.25 11,11,11,11 0
52 MG DA 3022 1/1 0.95 0.29 38,38,38,38 0
52 MG BA 3021 1/1 0.95 0.44 19,19,19,19 0
52 MG B5 101 1/1 0.95 0.39 28,28,28,28 0
02 MG BA 3223 1/1 0.95 0.43 25,25,25,25 0
02 MG BA 3217 1/1 0.95 0.35 34,34,34,34 0
52 MG DA 3224 1/1 0.95 0.61 41,41,41,41 0
52 MG DA 3013 1/1 0.95 0.46 10,10,10,10 0
52 MG BA 3064 1/1 0.95 0.48 41,41,41,41 0
52 MG AA 1610 1/1 0.95 0.21 33,33,33,33 0
02 MG DA 3146 1/1 0.95 0.34 37,37,37,37 0
52 MG DA 3192 1/1 0.95 0.65 36,36,36,36 0
52 MG BA 3293 1/1 0.95 0.36 47,47 47,47 0
52 MG DA 3152 1/1 0.95 0.40 36,36,36,36 0
52 | MG | DA |3197 | 1/1 0.95 | 0.47 | 46,46,46,46 0
52 MG DA 3050 1/1 0.95 0.34 33,33,33,33 0
52 MG DA 3161 1/1 0.95 0.15 44.44.44.44 0
52 MG AA 1617 1/1 0.95 0.52 D7,57,57,57 0
02 MG BA 3076 1/1 0.95 0.24 21,21,21,21 0
52 MG DA 3237 1/1 0.95 0.26 57,57,57,57 0
52 MG BA 3023 1/1 0.95 0.39 13,13,13,13 0
52 | MG | DA | 3213 | 1/1 0.95 | 042 | 26,26,26,26 0
52 | MG | BA | 3147 1/1 0.95 | 057 | 28,28,2828 0
52 MG BA 3182 1/1 0.95 0.49 37,37,37,37 0
52 | MG | DA |3204| 1/1 0.95 | 030 | 42,42.42.42 0
02 MG DA 3099 1/1 0.95 0.63 34,34,34,34 0
52 MG BA 3022 1/1 0.95 0.36 37,37,37,37 0
52 MG BA 3130 1/1 0.95 0.13 36,36,36,36 0
52 MG BA 3165 1/1 0.95 0.30 26,26,26,26 0
52 MG BA 3027 1/1 0.95 0.49 25,25,25,25 0
02 MG DA 3273 1/1 0.95 0.28 39,39,39,39 0
02 MG BA 3285 1/1 0.95 0.42 35,35,35,35 0
02 MG DA 3010 1/1 0.96 0.36 35,35,35,35 0
52 MG BA 3190 1/1 0.96 0.55 36,36,36,36 0
52 | MG | DA | 3240 1/1 0.96 | 0.18 | 40,40,40,40 0
52 | MG | BA | 3034 1/1 0.96 | 0.23 | 45,45,45.45 0
52 MG BA 3014 1/1 0.96 0.54 30,30,30,30 0
02 MG BA 3290 1/1 0.96 0.28 40,40,40,40 0
02 MG BA 3082 1/1 0.96 0.33 6,6,6,6 0
52 MG BA 3257 1/1 0.96 0.22 35,35,35,35 0
52 MG BA 3066 1/1 0.96 0.44 34,34,34,34 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 MG BA 3295 1/1 0.96 0.23 35,35,35,35 0
52 MG DA 3155 1/1 0.96 0.13 41,41,41,41 0
52 MG DA 3229 1/1 0.96 0.55 36,36,36,36 0
52 MG DA 3138 1/1 0.96 0.38 31,31,31,31 0
52 | MG | DA |3011| 1/1 0.96 | 051 | 27.27.27.27 0
02 MG DA 3071 1/1 0.96 0.54 31,31,31,31 0
02 MG BA 3164 1/1 0.96 0.33 33,33,33,33 0
52 | MG | BA |3222| 1/1 0.96 | 0.58 | 20,20,20,20 0
52 | MG | BD | 301 | 1/1 0.96 | 043 | 25252525 0
52 MG BA 3185 1/1 0.96 0.27 45,45,45,45 0
52 MG BA 3172 1/1 0.96 0.53 18,18,18,18 0
53 ZN CD 301 1/1 0.96 0.28 | 107,107,107,107 0
52 MG BA 3030 1/1 0.96 0.26 17,17,17,17 0
52 MG BA 3253 1/1 0.96 0.30 17,17,17,17 0
52 | MG | DA | 3041 1/1 0.96 | 0.34 | 29,29,29.29 0
52 | MG | DA |3004| 1/1 0.96 | 0.25 | 19,19,19,19 0
52 | MG | BB | 202 | 1/1 0.96 | 034 | 27.27.27.27 0
52 MG BA 3268 1/1 0.96 0.52 38,38,38,38 0
52 MG BA 3035 1/1 0.96 0.33 18,18,18,18 0
02 MG BA 3297 1/1 0.96 0.34 31,31,31,31 0
52 | MG | DA | 3141 1/1 0.96 | 0.54 | 35353535 0
52 | MG | BA | 3002 | 1/1 0.96 | 0.54 | 23,.23,23.23 0
52 | MG | AA | 1601 1/1 0.96 | 022 | 50,50,50,50 0
52 | MG | DA |3320| 1/1 0.96 | 042 | 31,31,31,31 0
52 MG CA 1616 1/1 0.96 0.50 45,45,45,45 0
02 MG BA 3006 1/1 0.96 0.62 33,33,33,33 0
02 MG BA 3031 1/1 0.96 0.22 39,39,39,39 0
52 MG DA 3017 1/1 0.96 0.45 37,37,37,37 0
52 MG BA 3095 1/1 0.96 0.44 38,38,38,38 0
52 | MG | AA | 1614 1/1 0.96 | 034 | 47474747 0
52 MG CA 1640 1/1 0.96 0.12 53,53,53,53 0
02 MG DA 3097 1/1 0.96 0.37 30,30,30,30 0
02 MG BA 3129 1/1 0.96 0.19 33,33,33,33 0
02 MG BA 3192 1/1 0.96 0.35 17,17,17,17 0
52 | MG | DA | 3190 | 1/1 0.96 | 0.40 | 43,43,43.43 0
52 MG DA 3077 1/1 0.96 0.27 38,38,38,38 0
52 MG CA 1623 1/1 0.96 0.12 50,50,50,50 0
52 MG BA 3233 1/1 0.96 0.29 20,20,20,20 0
02 MG BA 3173 1/1 0.96 0.29 50,50,50,50 0
02 MG DA 3068 1/1 0.96 0.44 D7,57,57,57 0
52 MG BA 3114 1/1 0.96 0.49 21,21,21,21 0
52 MG BA 3058 1/1 0.96 0.29 30,30,30,30 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 MG DA 3108 1/1 0.96 0.47 39,39,39,39 0
52 MG BA 3136 1/1 0.96 0.50 22,22,22.22 0
52 MG BA 3212 1/1 0.96 0.33 30,30,30,30 0
52 MG BA 3211 1/1 0.96 0.29 30,30,30,30 0
52 MG BA 3020 1/1 0.96 0.35 8,8,8,8 0
02 MG DA 3261 1/1 0.96 0.06 51,561,51,51 0
02 MG DA 3028 1/1 0.96 0.33 34,34,34,34 0
52 MG BA 3343 1/1 0.96 0.55 40,40,40,40 0
52 MG BA 3065 1/1 0.96 0.29 28,28,28,28 0
52 | MG | DA |3024| 1/1 0.96 | 0.40 | 47474747 0
52 MG DA 3045 1/1 0.97 0.40 30,30,30,30 0
52 | MG | DA |3087| 1/1 0.97 | 0.12 | 24,24.24,24 0
52 | MG | BA |3138] 1/1 0.97 | 0.38 14,44 0
52 MG BR 201 1/1 0.97 0.39 7,7,7,7 0
52 MG DA 3162 1/1 0.97 0.53 50,50,50,50 0
52 MG DA 3092 1/1 0.97 0.70 47 ,47.47,47 0
52 MG BA 3068 1/1 0.97 0.60 35,35,35,35 0
52 MG DA 3033 1/1 0.97 0.29 31,31,31,31 0
52 MG BA 3174 1/1 0.97 0.48 29,29,29,29 0
52 | MG | DA |3062| 1/1 0.97 | 0.16 | 24,24,24,24 0
52 MG BA 3216 1/1 0.97 0.53 35,35,35,35 0
52 | MG | DA | 3151 | 1/1 0.97 | 0.44 | 40,40,40,40 0
52 MG BA 3067 1/1 0.97 0.57 28,28,28,28 0
52 | MG | BA | 3242 1/1 0.97 | 040 | 33,33,33,33 0
52 MG DA 3178 1/1 0.97 0.41 30,30,30,30 0
52 | MG | BA |3142| 1/1 0.97 | 041 | 26,26,26,26 0
02 MG AA 1606 1/1 0.97 0.60 86,86,86,86 0
52 MG BA 3353 1/1 0.97 0.12 31,31,31,31 0
52 MG DA 3307 1/1 0.97 0.32 42,42,42.42 0
52 | MG | BA |3125| 1/1 0.97 | 053 | 18,18,18,18 0
52 MG BA 3053 1/1 0.97 0.44 6,6,6,6 0
52 | MG | BA |3126] 1/1 0.97 | 021 | 29,29.29.29 0
02 MG BA 3123 1/1 0.97 0.38 40,40,40,40 0
02 MG BA 3019 1/1 0.97 0.58 13,13,13,13 0
52 MG DA 3217 1/1 0.97 0.13 36,36,36,36 0
52 | MG | BA | 3179 | 1/1 0.97 | 046 | 25252525 0
52 MG BU 201 1/1 0.97 0.36 25,25,25,25 0
52 MG DA 3134 1/1 0.97 0.54 28,28,28,28 0
02 MG DA 3039 1/1 0.97 0.53 48,48,48,48 0
52 | MG | DA |3036| 1/1 0.97 | 0.46 | 12,12,12,12 0
52 MG BA 3262 1/1 0.97 0.15 30,30,30,30 0
52 | MG | DA | 3235 | 1/1 0.97 | 0.45 | 49,49,49.49 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 MG DA 3081 1/1 0.97 0.56 24,24,24 24 0
52 MG BA 3010 1/1 0.97 0.40 37,37,37,37 0
52 MG BA 3050 1/1 0.97 0.31 21,21,21,21 0
52 MG BA 3294 1/1 0.97 0.56 40,40,40,40 0
52 MG BA 3210 1/1 0.97 0.51 29,29,29,29 0
02 MG DA 3044 1/1 0.97 0.36 35,35,35,35 0
02 MG DA 3076 1/1 0.97 0.24 23,23,23,23 0
52 MG BA 3015 1/1 0.97 0.36 29,29,29,29 0
52 | MG | CA | 1647 | 1/1 0.97 | 0.28 | 49,49,49.49 0
52 MG DA 3130 1/1 0.97 0.20 53,53,53,53 0
52 MG DA 3043 1/1 0.97 0.25 49,49,49,49 0
02 MG BA 3077 1/1 0.97 0.28 20,20,20,20 0
52 MG BA 3156 1/1 0.97 0.49 12,12,12,12 0
52 MG BA 3047 1/1 0.97 0.56 22,22,22.22 0
52 MG DA 3186 1/1 0.97 0.25 42,42,42.42 0
52 | MG | DA | 3172 | 1/1 0.97 | 032 | 43,48,4848 0
52 | MG | BA | 3251 1/1 0.97 | 0.17 | 40,40,40,40 0
52 MG BA 3073 1/1 0.97 0.28 7,0,7,7 0
52 MG BA 3107 1/1 0.97 0.25 7,077 0
02 MG BA 3086 1/1 0.97 0.35 27,27,27,27 0
52 MG BA 3168 1/1 0.97 0.45 21,21,21,21 0
52 MG BA 3096 1/1 0.97 0.43 16,16,16,16 0
52 | MG | BA | 3178 | 1/1 0.97 | 028 | 32,32,32.32 0
52 | MG | CA | 1644 1/1 0.97 | 025 | 43,43,43.43 0
52 MG DA 3181 1/1 0.97 0.67 29,29,29,29 0
02 MG BA 3187 1/1 0.97 0.61 33,33,33,33 0
02 MG BA 3261 1/1 0.97 0.26 27,27,27,27 0
52 MG DA 3059 1/1 0.97 0.41 24,24,24 24 0
52 MG DA 3196 1/1 0.97 0.48 33,33,33,33 0
52 MG DA 3194 1/1 0.97 0.35 22,22,22.22 0
52 MG BA 3012 1/1 0.97 0.47 38,38,38,38 0
02 MG BA 3214 1/1 0.97 0.20 23,23,23,23 0
52 | MG | BA |3011| 1/1 0.97 | 047 | 17.17.17.17 0
02 MG BA 3087 1/1 0.97 0.20 10,10,10,10 0
52 MG BA 3135 1/1 0.97 0.24 30,30,30,30 0
52 | MG | BA | 3208 | 1/1 0.97 | 032 | 17,17,17,17 0
52 | MG | BB | 206 | 1/1 0.97 | 0.74 | 43,48,4848 0
52 MG DA 3082 1/1 0.97 0.48 44,4444 .44 0
02 MG DA 3015 1/1 0.97 0.39 52,52,52,52 0
02 MG BA 30501 1/1 0.98 0.50 19,19,19,19 0
52 | MG | BA |3191] 1/1 0.98 | 042 | 19,19,19,19 0
52 | MG | DA | 3142 1/1 0.98 | 057 | 32,32,32.32 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 MG DA 3238 1/1 0.98 0.30 36,36,36,36 0
52 | MG | DA | 3031 1/1 0.98 | 017 | 51,51,51,51 0
52 MG DA 3205 1/1 0.98 0.70 39,39,39,39 0
52 MG DA 3084 1/1 0.98 0.45 31,31,31,31 0
52 MG DA 3111 1/1 0.98 0.63 39,39,39,39 0
02 MG BA 3149 1/1 0.98 0.19 8,8,8,8 0
02 MG BA 3079 1/1 0.98 0.24 36,36,36,36 0
52 MG DA 3034 1/1 0.98 0.37 38,38,38,38 0
52 MG DA 3053 1/1 0.98 0.46 21,21,21,21 0
52 MG BA 3055 1/1 0.98 0.41 19,19,19,19 0
52 | MG | AA | 1633 ] 1/1 0.98 | 0.10 | 42424242 0
52 | MG | DA |3104| 1/1 0.93 | 043 | 41414141 0
52 MG BA 3092 1/1 0.98 0.50 19,19,19,19 0
52 MG CA 1603 1/1 0.98 0.42 32,32,32,32 0
52 MG DA 3317 1/1 0.98 0.06 48,48,48,48 0
23 ZN CN 101 1/1 0.98 0.16 | 136,136,136,136 0
52 MG DA 3100 1/1 0.98 0.48 35,35,35,35 0
52 MG DA 3079 1/1 0.98 0.22 36,36,36,36 0
52 MG DA 3093 1/1 0.98 0.48 44,44,44,44 0
02 MG DA 3046 1/1 0.98 0.51 34,34,34,34 0
52 | MG | BQ | 201 | 1/1 0.98 | 022 | 18,18,18,18 0
52 MG BA 3005 1/1 0.98 0.36 26,26,26,26 0
52 | MG | BA |3302| 1/1 0.98 | 072 | 31,31,31,31 0
52 MG DA 3253 1/1 0.98 0.59 32,32,32,32 0
52 MG AA 1602 1/1 0.98 0.56 32,32,32,32 0
02 MG BA 3275 1/1 0.98 0.46 29,29,29,29 0
02 MG BA 3183 1/1 0.98 0.39 43,43,43,43 0
52 MG DA 3073 1/1 0.98 0.30 27,27,27,27 0
52 MG DA 3066 1/1 0.98 0.42 29,29,29,29 0
52 MG DA 3203 1/1 0.98 0.32 38,38,38,38 0
52 MG DA 3020 1/1 0.98 0.60 33,33,33,33 0
02 MG DA 3209 1/1 0.98 0.40 51,51,51,51 0
02 MG DA 3091 1/1 0.98 0.43 11,11,11,11 0
02 MG BA 3310 1/1 0.98 0.52 31,31,31,31 0
52 MG DA 3189 1/1 0.98 0.14 42,42,42.42 0
52 MG DA 3102 1/1 0.98 0.55 24,24,24 24 0
52 MG BA 3100 1/1 0.98 0.39 23,23,23,23 0
52 MG BA 3037 1/1 0.98 0.50 1,1,1,1 0
02 MG DA 3037 1/1 0.98 0.76 33,33,33,33 0
02 MG BA 3032 1/1 0.98 0.34 15,15,15,15 0
52 | MG | BA | 3213 1/1 0.98 | 047 | 17,17,17,17 0
52 | MG | AA | 1623 | 1/1 0.98 | 0.46 | 31,31,31,31 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 | MG | DA |3012| 1/1 0.98 | 048 | 26,26,26.26 0
52 | MG | BA | 3121 1/1 0.98 | 0.27 | 34,34,34,34 0
52 MG BA 3078 1/1 0.98 0.45 22,22,22.22 0
52 MG DA 3158 1/1 0.98 0.31 33,33,33,33 0
52 | MG | BA |3028] 1/1 0.98 | 0.48 | 24242424 0
02 MG BA 3024 1/1 0.99 0.33 20,20,20,20 0
52 | MG | BA |3045| 1/1 0.99 | 0.41 | 14,14,14,14 0
52 | MG | DA | 3171 1/1 0.99 | 035 | 26,26,26,26 0
52 MG BA 3043 1/1 0.99 0.18 32,32,32,32 0
52 MG DA 3321 1/1 0.99 0.07 41,41,41,41 0
52 MG DA 3078 1/1 0.99 0.50 31,31,31,31 0
53 ZN AD 301 1/1 0.99 0.28 | 109,109,109,109 0
52 MG BA 3081 1/1 0.99 0.43 7,077 0
52 MG DA 3064 1/1 0.99 0.51 44,44,44,44 0
52 MG BA 3084 1/1 0.99 0.37 2,5,9,0 0
52 MG BA 3273 1/1 0.99 0.20 3,3,3,3 0
52 MG DA 3247 1/1 0.99 0.15 37,37,37,37 0
52 MG BA 3017 1/1 0.99 0.46 27,27,27,27 0
52 MG BA 3194 1/1 0.99 0.50 30,30,30,30 0
02 MG BA 3133 1/1 0.99 0.31 25,25,25,25 0

The following is a graphical depiction of the model fit to experimental electron density of all
instances of the Ligand of Interest. In addition, ligands with molecular weight > 250 and outliers
as shown on the geometry validation Tables will also be included. Each fit is shown from different
orientation to approximate a three-dimensional view.
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Electron density around CLM DA 3334:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around CLM BA 3370:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

6.5 Other polymers (i)

There are no such residues in this entry.


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