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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 : 213
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) : 2.13
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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 4.00 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 Percentile Ranks Value
Rfree | W 0.343
Ramachandran outliers M 32.5%
RSRZ outliers N I 2.3%
RNA backbone N 0.24
Worse Better

0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
R ree 130704 1087 (4.30-3.70)
Ramachandran outliers 138981 1108 (4.30-3.70)
RSRZ outliers 127900 1028 (4.34-3.66)
RNA backbone 3102 1048 (5.00-3.00)

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

%

1 Al 1800 36% 54% 9%
%

1 C1l 1800 36% 54% 10%
%

2 AA 252 = 56% 26% 5%  13%
%

2 CA 252 . 56% 27% 5%  13%
%

3 AB 254 . 55% 27% . 14%
%

3 CB 254 . 56% 27% . 14%
%

4 AC 240 . 54% 24% . 21%

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

4 CcC 240 52% 25% 21%

5 AD 225 & 46% 28% 25%

5 CD 225 - 46% 28% 25%

3%

6 AE 197 54% 24% 20%

6 CE 197 £ 51% 27% 20%

7 AF 156 - 33% 14% 51%

7 CF 156 = 33% 14% 51%

8 AG 151 57% 17% 23%

8 CG 151 56% 19% 23%

9 AH 137 = 66% 26% %

%

9 CH 137 66% 26% ST
10 Al 142 . 55% 26% TS
10 CI 142 & 55% 27% T 7
11 AlJ 143 - 63% 29% %
11 cJ 143 = 62% 29% %
12 AK 136 : 33% 15% 51%

12 CK 136 = 34% 14% 51%

13 AL 146 £ 59% 22% 18%

13 CL 146 = 58% 23% 18%

14 AM 144 - 49% 24% 26%

14 CM 144 L 46% 27% 26%

15 AN 121 = 65% 24% 8%
15 CN 121 - 64% 25% 8%
16 AO 130 69% 26% T
16 CO 130 67% 28% T

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

Mol | Chain | Length Quality of chain
17 AP 145 51% 26% . 20%
17 CP 145 51% 26% . 20%
18 AQ 108 £ 46% 4% . 38%
18 CQ 108 = 43% 15% - 42%
19 AR 67 = 45% 25% 30%
19 CR 67 == 43% 27% 30%
20 AS 56 43% 27% 30%
20 CS 56 41% 29% 30%
21 AT 319 = 78% 19%
21 cT 319 = 78% 19% o
22 Aa 20 100%
22 Bo 20 95% 5%
22 Ca 20 100%
23 Ab 105 99%
23 Cb 105 99%
24 Ac 93 99%
24 Cce 93 100%
25 Ad 35 100%
25 Cd 35 100%
26 Ae 21 100%
26 Bj 21 100%
26 Dj 21 100%
27 Af 11 100%
28 Ah 41 100%
28 Ch 41 100%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
29 | B | 3396 | a e
29 D1 3396 = 30% 47% 18% 6%
30 B2 121 32% a7% 21%
30 D2 121 £ 32% 45% 22%
31 B3 158 = 39% 50% 11%
31 D3 158 L 42% 51% To%
15%
32 BA 217 66% 29% o
19%
32 DA 217 71% 24% o
33 BB 254 L 54% 35% T
33 DB 254 = 56% 33% T
34 BC 387 54% 38% 6%
34 DC 387 53% 39% 6%
35 BD 362 51% 22% 26%
35 DD 362 - 50% 23% 26%
36 BE 297 - 63% 31% T
36 DE 297 = 61% 33% T
37 BF 176 . 57% 40% o
37 DF 176 £ 56% 40% 5%
38 BG 244 61% 24% 12%
38 DG 244 62% 23% 12%
39 BH 256 = 46% 20% 32%
39 DH 256 = 47% 19% 32%
40 BI 191 - 2% 27% B
40 DI 191 71% 27% B
41 BJ 221 61% 31% %

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
41 DJ 221 60% 30% T
42 BK 174 = 57% 36% Ty
42 DK 174 - 59% 34% Ty
43 BN 138 51% 34% T aw
43 DN 138 £ 48% 37% T aw
44 BO 204 62% 26% T
44 DO 204 = 63% 25% T
45 BP 199 68% 26% o
45 DP 199 . 68% 25% R
46 BQ 184 57% 26% T e
46 DQ 184 58% 26% T 7S
47 BR 186 . 49% 25% 23%
47 DR 186 = 50% 23% 23%
48 BS 189 = 85% 14%
13%
48 DS 189 85% 14%
49 BT 160 : 46% 28% 26%
49 DT 160 47% 27% 26%
50 BU 137 66% 28% 6%
50 DU 137 65% 28% 6%
51 BV 155 21% 16% 62%
51 DV 155 - 20% 17% 62%
52 BW 142 44% 21% 34%
52 DW 142 d 2% 23% 34%
53 BX 127 64% 19% 16%
53 DX 127 = 67% 17% 16%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
50| BY | g | ® e aon £
54 DY 149 & 57% 39% -
5| Bz | 105 | & & on T
3%
55 DZ 105 76% 7% 1%
56 Ba 113 46% 30% 24%
56 Da 113 45% 31% 24%
57 Bb 130 52% 39% O
57 Db 130 - 56% 36% T
58 Be 120 44% 11% 43%
58 Dc 120 . 47% 8% - 43%
59 Bd 88 45% 35% 18%
59 Dd 88 47% 35% 18%
60 Be 51 65% 29% 6%
60 De 51 67% 27% 6%
3%
61 | Bf 106 | ™ o = P
61 Df 106 = 63% 25% T ow
62 Bg 92 £ 64% 26% o
62 Dg 92 63% 27% o
63 Bh 44 100%
63 Dh 44 100%
64 Bi 12 100%
64 Di 12 100%
65 Bk 16 100%
65 Dk 16 100%
66 Bl 19 100%

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

Mol | Chain | Length Quality of chain

67 Bm 9 100%

68 Bn 27 100%

69 Bp 8 100%

70 Bq 17 100%

71 Br 23 100%

72 DL 165 - 50% 31% . 16%
73 DM 312 L 26% 15% 58%

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

ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
74 | OHX Al 1930 - - - X
74 | OHX Al 1983 - - - X
74 | OHX B1 3548 - - - X
74 | OHX B1 3571 - - - X
74 | OHX B1 3602 - - - X
74 | OHX D1 3573 - - - X
74 | OHX D1 3586 - - - X
74 | OHX D1 3593 - - - X
74 | OHX D1 3605 - - - X
74 | OHX D3 211 - - - X
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2  Entry composition (i)

There are 74 unique types of molecules in this entry. The entry contains 309610 atoms, of which
0 are hydrogens and 0 are deuteriums.

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

atoms.

e Molecule 1 is a RNA chain called 18S ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L Al 1789 :;FE%Olt(?; 17%37 6%2 12%)49 1729 0 0 0
L cl 1789 :;FE%Olt(?; 17%)337 6;\132 12?49 1729 0 0 0
e Molecule 2 is a protein called 40S ribosomal protein SO-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AA 220 ?(0)5361 6?0 2150 2C2)0 0 0 0
2 CA 220 ?853(31 6?0 2150 2(2)0 0 0 0
e Molecule 3 is a protein called 40S ribosomal protein S2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s AB 219 ?8?41 6(3]6 21119 2(1)9 0 0 0
s CB 219 ?8?41 6(3]6 21119 2C1)9 0 0 0
e Molecule 4 is a protein called 40S ribosomal protein S3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 AC 189 T902t§ 1 5?0 11;;9 1(;9 0 0 0
4 cC 189 T902t8a 1 5?0 11§9 1(539 0 0 0

e Molecule 5 is a protein called 40S ribosomal protein S5.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
g AD 169 836 498 169 169 0 0 0
Total C N O
g CD 169 836 498 169 169 0 0 0
e Molecule 6 is a protein called 40S ribosomal protein S9-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
6 AB 157 777 463 157 157 0 0 0
Total C N O
6 CE 157 777 463 157 157 0 0 0
e Molecule 7 is a protein called 40S ribosomal protein S11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
T AF v 382 228 77 77 0 0 0
Total C N O
7| CF v 382 228 77 77 0 0 0
e Molecule 8 is a protein called 40S ribosomal protein S13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
8 AG 17 580 346 117 117 0 0 0
Total C N 0]
8 CG 17 580 346 117 117 0 0 0
e Molecule 9 is a protein called 40S ribosomal protein S14-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
9 | AH 128 627 371 128 128 0 0 0
Total C N O
) CH 128 627 371 128 128 0 0 0
e Molecule 10 is a protein called 40S ribosomal protein S15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
10 Al 121 596 354 121 121 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
10 ¢l 121 T509t6a l 3?4 11;1 1(2)1 0 0 0
e Molecule 11 is a protein called 40S ribosomal protein S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
w0 0
IR F T T I EEERE
e Molecule 12 is a protein called 40S ribosomal protein S17-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 | AK 67 20;;1 1(;8 61\; 57 0 0 0
12 | CK 67 2‘);;1 1(938 61\; 57 0 0 0
e Molecule 13 is a protein called 40S ribosomal protein S18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 AL 120 1:509?1 3?1 11;IO 120 0 0 0
13 CL 120 1:509?1 3?1 11;IO 120 0 0 0
e Molecule 14 is a protein called 40S ribosomal protein S19-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
14 AM 106 T502t1al 3%9 11(\)16 1%)6 0 0 0
14 CM 106 TE)OZ?I 3%)39 1156 1(86 0 0 0
e Molecule 15 is a protein called 40S ribosomal protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1o AN = T505t 1al 339 11111 1(1)1 0 0 0
15 CN = T5O5t 1al 339 11111 1(1)1 0 0 0

WO RLDWIDE

PROTEIN DATA BANK



Page 12

wwPDB X-ray Structure Validation Summary Report

e Molecule 16 is a protein called 40S ribosomal protein S22-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
16 AO 127 TGOQtQaI 3(6]8 11;7 1C2)7 0 0 0
16 cO 127 TGOQtQaI 3%8 11;7 1C2)7 0 0 0

e Molecule 17 is a protein called 40S ribosomal protein S23.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
17 AP 116 TE')OGtGa 1 3§4 111]6 1(1)6 0 0 0
17 cP 116 TE')OGtgLl 3§4 111]6 1(1)6 0 0 0

e Molecule 18 is a protein called 40S ribosomal protein S25-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
e Molecule 19 is a protein called 40S ribosomal protein S28-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 | AR 47 ol 0 0 0
19 | CR 47 1;0;(?1 1(;6 i\; f7 0 0 0
e Molecule 20 is a protein called 40S ribosomal protein S29-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
20 | AS 39 Tlogtgl 1(132 ?li) :?9 0 0 0
20 | CS 39 Tlogtgl 1(132 ?li) :?9 0 0 0

e Molecule 21 is a protein called Guanine nucleotide-binding protein subunit beta-like protein;
RACK-1.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
21 AT 313 ?ggl 9clj7 31113 3(1)3 0 0 0
21 CT 313 ?ggl 9clj7 31113 3(1)3 0 0 0

e Molecule 22 is a protein called Unassigned secondary structure.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
22 | Aa 20 Tlootgl g) ;\(I) g) 0 0 0

22 | Bo 20 Tlootgl éi) ;\é g) 0 0 0

22 | Ca 20 Tlootgl (SO ;\(I) % 0 0 0

e Molecule 23 is a protein called Unassigned secondary structure.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
23 AD 105 1:502? 1 3(135 11(\)15 185 0 0 0
23 b 105 1:’)0;)7L 1 3(135 11(\)15 1(35 0 0 0

e Molecule 24 is a protein called Unassigned secondary structure.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
24 | Ac 93 1:106?1 2(739 é\; 9% 0 0 0

24 | Cc 93 Tg;l 2(739 é)\; 9% 0 0 0

e Molecule 25 is a protein called Unassigned secondary structure.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
25 | Ad 35 Tf;;‘l 155 3N5 ?())5 0 0 0

25 | Cd 35 Tlo;g‘l 155 3N5 ?(j.) 0 0 0

e Molecule 26 is a protein called Unassigned secondary structure.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
26 Ae 21 105 63 21 21 0 0
) Total C N O
26 Bj 21 105 63 21 21 0 0
) Total C N O
26 Dj 21 105 63 21 21 0 0
e Molecule 27 is a protein called Unassigned secondary structure.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
21 Af 1 55 33 11 11 0 0
e Molecule 28 is a protein called Unassigned secondary structure.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
28 Ah 4 205 123 41 41 0 0
Total C N O
28 Ch 4 205 123 41 41 0 0
e Molecule 29 is a RNA chain called 25S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N 0O P
29 Bl 3206 68577 30632 12365 22374 3206 0 0 0
Total C N 0O P
29 D1 3206 68577 30632 12365 22374 3206 0 0 0
e Molecule 30 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
30 B2 121 2579 1152 461 845 121 0 0
Total C N O P
30 D2 121 2579 1152 461 845 121 0 0
e Molecule 31 is a RNA chain called 5.8S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
31 B3 158 3353 1500 586 1109 158 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

3 b3 158 ggt;él 15000 515\5]6 11009 1F5)8 0 0 0
e Molecule 32 is a protein called 60S ribosomal protein L1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
32 BA 213 ?gt;;)l 639 21f3 2(1)3 0 0 0
32 DA 213 ?gt;;)l 639 21f3 2(1)3 0 0 0

e Molecule 33 is a protein called 60S ribosomal protein L2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
33 BB 234 1;(1)8%1 6(338 21§4 2(??4 0 0 0
33 bB 234 1;(1)8%1 6(338 21;>I4 2(3?4 0 0 0

e Molecule 34 is a protein called 60S ribosomal protein L3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 BC 364 1;(;;8{1 10(253 3124 324 0 0 0
34 pe 364 1;(;;8{1 10(253 3124 3(24 0 0 0

e Molecule 35 is a protein called 60S ribosomal protein L4-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 BD 268 Tgtla; 7?6 2128 2(6)8 0 0 0
35 bb 268 r{gtlzl 7(7}6 2128 2(6)8 0 0 0

e Molecule 36 is a protein called 60S ribosomal protein L5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36| BE BT | o s o7 287 0 0 0
36 bE 287 thla; 8?8 2217 227 0 0 0

WO RLDWIDE
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There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
BE 112 ARG LYS CONFLICT | UNP P26321
DE 112 ARG LYS CONFLICT | UNP P26321

e Molecule 37 is a protein called 60S ribosomal protein L6-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
37 BF 176 1;%07? 1 5(231 11;16 1(7)6 0 0 0
37 DE 176 1;%07? 1 5(231 11;16 1(7)6 0 0 0

e Molecule 38 is a protein called 60S ribosomal protein L7-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
38 BG 215 1;8253{1 6(?31 211]5 2(]—_)5 0 0 0
38 ba 215 1;8253{1 6(?31 211]5 2(]—_)5 0 0 0

e Molecule 39 is a protein called 60S ribosomal protein L8-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
39 BH 173 TSOE)tGa 1 5?0 11;13 1(7)3 0 0 0
39 bH 173 T805t6a 1 5?0 11;13 1(7)3 0 0 0

e Molecule 40 is a protein called 60S ribosomal protein 1.9-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
40 Bl 191 T904t2al 5(630 1151 1(31 0 0 0
40 bl 191 T904t2al 5%0 llgl 1(31 0 0 0

e Molecule 41 is a protein called 60S ribosomal protein L10.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

4 BJ 208 Tgt;%l 6(131 2158 2(38 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

4 bJ 208 Tgt;%l 6(1]1 21§8 2(38 0 0 0
e Molecule 42 is a protein called 60S ribosomal protein L11-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
42 BK 165 golt(? 1 450 11(\315 1(6?5 0 0 0
42 DK 165 golt(? 1 4§0 11(\315 1(6?5 0 0 0

e Molecule 43 is a protein called 60S ribosomal protein L14-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 BN 120 1:509? 1 3(;3 11;10 1(2)0 0 0 0
13 bN 120 1:509? 1 3(;3 1210 1(2)0 0 0 0

e Molecule 44 is a protein called 60S ribosomal protein L15-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
44 BO 187 1;)02? 1 55139 11;]7 127 0 0 0
44 Do 187 1;)02? 1 55139 11;]7 127 0 0 0

e Molecule 45 is a protein called 60S ribosomal protein L16-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
45 BP 196 T906t7a 1 5?5 11;6 186 0 0 0
15 bp 196 gofit? 1 5(735 11;6 1(;6 0 0 0

e Molecule 46 is a protein called 60S ribosomal protein L17-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
161 BQ I 0 0 0
16 bQ 154 T7O6t1al 4?3 1124 1%)4 0 0 0
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e Molecule 47 is a protein called 60S ribosomal protein 1.18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
47 BR 143 T700t§ 1 4;]0 1123 151)3 0 0 0
47 bR 143 T700t§ 1 430 114\113 151)3 0 0 0

e Molecule 48 is a protein called 60S ribosomal protein 1.19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 BS 188 T9O3t 1al 5?5 11;;8 1(538 0 0 0
18 DS 188 T903t 1al 5?5 11;;8 1(538 0 0 0

e Molecule 49 is a protein called 60S ribosomal protein L21-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
49 BT 19 1;’)0;2 1 328 11119 1(1)9 0 0 0
49 bT 119 1;30;2 1 328 11119 1(1)9 0 0 0

e Molecule 50 is a protein called 60S ribosomal protein L23.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
0 | BU || e g am | O | 00
0 | DU || el g am | 0| 0|0

e Molecule 51 is a protein called 60S ribosomal protein L24-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
51 | BV 59 gogtfl 1(733 51\; 5% 0 0 0
51 | DV 59 gogtfl 1(733 51\; 5% 0 0 0

e Molecule 52 is a protein called 60S ribosomal protein L25.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
o2 BW s 468 280 94 94 0 0 0
Total C N O
o2 bW i 468 280 94 94 0 0 0
e Molecule 53 is a protein called 60S ribosomal protein L26-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
o3 BX 107 530 316 107 107 0 0 0
Total C N O
o3 DX 107 530 316 107 107 0 0 0
e Molecule 54 is a protein called 60S ribosomal protein L28.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
o4 BY 149 727 429 149 149 0 0 0
Total C N O
o4 by 149 727 429 149 149 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
BY 38 GLU GLN CONFLICT | UNP P02406
DY 38 GLU GLN CONFLICT | UNP P02406

e Molecule 55 is a protein called 60S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
55 | BZ 98 aogfl 235 91\; 9% 0 0 0
55 | Dz 98 aogfl 235 é\; 9% 0 0 0
e Molecule 56 is a protein called 60S ribosomal protein L31-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
56 | Ba 86 Tg;l 2(;3 81\2 8% 0 0 0
56 | Da 86 Tg;l 2(;3 81\(2 8% 0 0 0
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e Molecule 57 is a protein called 60S ribosomal protein L.32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o w | om [T YO 0 [ o o
I B L

e Molecule 58 is a protein called 60S ribosomal protein L35.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
58 | Be 68 1;0;31 2(033 61\; 6% 0 0 0
58 | De 68 1;0;31 2(033 61\; 6% 0 0 0

e Molecule 59 is a protein called 60S ribosomal protein L37-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
59 | Bd 72 1;)0;;1 238 71\; 702 0 0 0
59 | Dd 72 1;0;;1 238 71\; 702 0 0 0

e Molecule 60 is a protein called 60S ribosomal protein L39.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
60 | Be 18 T204t(a)xl 12 . i\; 23 0 0 0
60 | De 18 T204t§1 12 . i\; Z; 0 0 0

e Molecule 61 is a protein called 60S ribosomal protein L42.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
61 | Bf 95 T406t;11 2(737 91\; 9% 0 0 0
61 | Df 95 T406t;11 2(737 91\; 9% 0 0 0

e Molecule 62 is a protein called 60S ribosomal protein L43.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
62 1 Be 83 407 241 83 83 0 0 0
Total C N O
62 | Dsg 83 407 241 83 83 0 0 0
e Molecule 63 is a protein called Unassigned secondary structure.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
63 Bh 4 220 132 44 44 0 0 0
Total C N O
63 bh 4 220 132 44 44 0 0 0
e Molecule 64 is a protein called Unassigned secondary structure.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
. Total C N O
64 Bi 12 60 36 12 12 0 0 0
. Total C N O
64 Di 12 60 36 12 12 0 0 0
e Molecule 65 is a protein called Unassigned secondary structure.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
65 Bk 16 80 48 16 16 0 0 0
Total C N O
65 Dk 16 80 48 16 16 0 0 0
e Molecule 66 is a protein called Unassigned secondary structure.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
66 Bl 19 05 57 19 19 0 0 0
e Molecule 67 is a protein called Unassigned secondary structure.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
67 Bm 9 5 97 9 9 0 0 0

e Molecule 68 is a protein called Unassigned secondary structure.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
68 Bn 27 135 81 27 o7 0 0 0
e Molecule 69 is a protein called Unassigned secondary structure.
Mol | Chain | Residues Atoms ZeroQOcc | AltConf | Trace
Total C N O
69 Bp 8 10 94 8 8 0 0 0
e Molecule 70 is a protein called Unassigned secondary structure.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
70 Bq 17 35 51 17 17 0 0 0
e Molecule 71 is a protein called Unassigned secondary structure.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
71 Br 23 115 69 23 23 0 0 0
e Molecule 72 is a protein called 60S ribosomal protein L12.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
2 DL 138 679 403 138 138 0 0 0
e Molecule 73 is a protein called 60S acidic ribosomal protein PO.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
3 DM 130 641 381 130 130 0 0 0

There is a discrepancy between the modelled and reference sequences:

Chain

Residue

Modelled

Actual

Comment

Reference

DM

83

TYR

ASN

CONFLICT

UNP P05317

e Molecule 74 is osmium (III) hexammine (three-letter code: OHX) (formula: H;3NgOs).
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OHX
N2 N3
H.N  NH
MH,N-— Os — NH,w
/oS

NG N5
Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 TO;al 12 ?S 0 0
74 | Al 1 TO;al 12 Cis 0 0
74 | Al 1 TO;al g ?S 0 0
74 | Al 1 TO;al g ?S 0 0
74 | Al 1 TO;al g ?S 0 0
74| Al 1 TO;al 1(\3] ?S 0 0
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al E ?S 0 0

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al 1(\3] ?S 0 0
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al E ?S 0 0
74 | Al 1 TO;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 TO;al 12 ?S 0 0
74 | Al 1 TO;al 12 Cis 0 0
74 | Al 1 TO;al 12 ?S 0 0
74 | A1 1 TO;al g ?S 0 0
74 | Al 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al 1(\3] ?S 0 0
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al E ?S 0 0
74 | Al 1 TO;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 TO;al 12 ?S 0 0
74 | Al 1 TO;al 12 Cis 0 0
74 | Al 1 TO;al 12 ?S 0 0
74 | A1 1 TO;al g ?S 0 0
74 | Al 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al 1(\3] ?S 0 0
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al E ?S 0 0
74 | Al 1 TO;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 TO;al 12 ?S 0 0
74 | Al 1 TO;al 12 Cis 0 0
74 | Al 1 TO;al 12 ?S 0 0
74 | A1 1 TO;al g ?S 0 0
74 | Al 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al 1(\3] ?S 0 0
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al E ?S 0 0
74 | Al 1 TO;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 To;al 12 ?S 0 0
74 | Al 1 TO;al 12 ?S 0 0
74 | Al 1 TO;al 12 Cis 0 0
74 | Al 1 TO;al 12 ?S 0 0
74 | A1 1 TO;al g ?S 0 0
74 | Al 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al g ?S 0 0
74 | Al 1 To;al 1(\3] ?S 0 0
74 | AL 1 To;al g ?S 0 0
74 | AS 1 To;al E ?S 0 0
74 | AT 1 TO;al 12 ?S 0 0
74 | Ac 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al 12 Cis 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al 1(\3] ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al E ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al 12 Cis 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al 1(\3] ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al E ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al 12 Cis 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al 1(\3] ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al E ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al 12 Cis 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al 1(\3] ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al E ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al 12 Cis 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al 1(\3] ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al E ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al 12 Cis 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al 1(\3] ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al E ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al 12 Cis 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al 1(\3] ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al E ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al 12 Cis 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al 1(\3] ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al E ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al 12 Cis 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al 1(\3] ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al E ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al 12 Cis 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
74 | Bl 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al 1(\3] ?S 0 0
74 | Bl 1 To;al g ?S 0 0
74 | Bl 1 To;al E ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 To;al 12 ?S 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | Bl 1 TO;al 12 Cis 0 0
74 | Bl 1 TO;al 12 ?S 0 0
74 | B2 1 TO;al g ?S 0 0
74 | B2 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | B2 1 To;al g ?S 0 0
4 | B2 1 To;al g ?S 0 0
4 | B2 1 To;al g ?S 0 0
4 | B2 1 To;al 1(\3] ?S 0 0
4 | B2 1 To;al g ?S 0 0
4 | B2 1 To;al E ?S 0 0
4 | B2 1 TO;al 12 ?S 0 0
4 | B2 1 To;al 12 ?S 0 0
74 | B3 1 To;al 12 ?S 0 0
74 | B3 1 To;al 12 ?S 0 0
74 | B3 1 To;al 12 ?S 0 0
74 | B3 1 To;al 12 ?S 0 0
74 | B3 1 To;al 12 ?S 0 0
74 | B3 1 To;al 12 ?S 0 0
74 | B3 1 To;al 12 ?S 0 0
74 | B3 1 To;al 12 ?S 0 0
74 | B3 1 TO;al 12 ?S 0 0
74 | B3 1 TO;al 12 Cis 0 0
74 | B3 1 TO;al 12 ?S 0 0
74 | B3 1 TO;al g ?S 0 0
74 | BC 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | BO 1 To;al g ?S 0 0
74 | BT 1 To;al g ?S 0 0
74 | Bd 1 To;al g ?S 0 0
74 | Bd 1 To;al 1(\3] ?S 0 0
74 | Bg 1 To;al g ?S 0 0
4 | Q1 1 To;al E ?S 0 0
4 | Q1 1 TO;al 12 ?S 0 0
4 | Q1 1 To;al 12 ?S 0 0
4 | Q1 1 To;al 12 ?S 0 0
4 | Q1 1 To;al 12 ?S 0 0
74 | C1 1 To;al 12 ?S 0 0
4 | C1 1 To;al 12 ?S 0 0
4 | C1 1 To;al 12 ?S 0 0
74 | C1 1 To;al 12 ?S 0 0
74 | C1 1 To;al 12 ?S 0 0
4 | C1 1 To;al 12 ?S 0 0
74 | C1 1 TO;al 12 ?S 0 0
74 | C1 1 TO;al 12 Cis 0 0
74 | C1 1 TO;al 12 ?S 0 0
74 | C1 1 TO;al g ?S 0 0
74 | C1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | 1 1 To;al g ?S 0 0
4 | 1 1 To;al g ?S 0 0
4 | Q1 1 To;al %I ?S 0 0
4 | Q1 1 To;al 1(\3] ?S 0 0
4 | Q1 1 To;al g ?S 0 0
4 | Q1 1 To;al E ?S 0 0
4 | Q1 1 TO;al 12 ?S 0 0
4 | Q1 1 To;al 12 ?S 0 0
4 | Q1 1 To;al 12 ?S 0 0
4 | Q1 1 To;al 12 ?S 0 0
74 | C1 1 To;al 12 ?S 0 0
4 | C1 1 To;al 12 ?S 0 0
4 | C1 1 To;al 12 ?S 0 0
74 | C1 1 To;al 12 ?S 0 0
74 | C1 1 To;al 12 ?S 0 0
4 | C1 1 To;al 12 ?S 0 0
74 | C1 1 TO;al 12 ?S 0 0
74 | C1 1 TO;al 12 Cis 0 0
74 | C1 1 TO;al 12 ?S 0 0
74 | C1 1 TO;al g ?S 0 0
74 | C1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | 1 1 To;al g ?S 0 0
4 | 1 1 To;al g ?S 0 0
4 | Q1 1 To;al %I ?S 0 0
4 | Q1 1 To;al 1(\3] ?S 0 0
4 | Q1 1 To;al g ?S 0 0
4 | Q1 1 To;al E ?S 0 0
4 | Q1 1 TO;al 12 ?S 0 0
4 | Q1 1 To;al 12 ?S 0 0
4 | Q1 1 To;al 12 ?S 0 0
4 | Q1 1 To;al 12 ?S 0 0
74 | C1 1 To;al 12 ?S 0 0
4 | C1 1 To;al 12 ?S 0 0
4 | C1 1 To;al 12 ?S 0 0
74 | C1 1 To;al 12 ?S 0 0
74 | C1 1 To;al 12 ?S 0 0
4 | C1 1 To;al 12 ?S 0 0
74 | C1 1 TO;al 12 ?S 0 0
74 | C1 1 TO;al 12 Cis 0 0
74 | C1 1 TO;al 12 ?S 0 0
74 | C1 1 TO;al g ?S 0 0
74 | C1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | 1 1 To;al g ?S 0 0
4 | 1 1 To;al g ?S 0 0
4 | Q1 1 To;al %I ?S 0 0
4 | Q1 1 To;al 1(\3] ?S 0 0
4 | Q1 1 To;al g ?S 0 0
4 | Q1 1 To;al E ?S 0 0
4 | Q1 1 TO;al 12 ?S 0 0
4 | Q1 1 To;al 12 ?S 0 0
4 | Q1 1 To;al 12 ?S 0 0
4 | Q1 1 To;al 12 ?S 0 0
74 | C1 1 To;al 12 ?S 0 0
4 | C1 1 To;al 12 ?S 0 0
4 | C1 1 To;al 12 ?S 0 0
74 | C1 1 To;al 12 ?S 0 0
74 | C1 1 To;al 12 ?S 0 0
4 | C1 1 To;al 12 ?S 0 0
74 | C1 1 TO;al 12 ?S 0 0
74 | C1 1 TO;al 12 Cis 0 0
74 | C1 1 TO;al 12 ?S 0 0
74 | C1 1 TO;al g ?S 0 0
74 | C1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | 1 1 To;al g ?S 0 0
4 | 1 1 To;al g ?S 0 0
4 | Q1 1 To;al %I ?S 0 0
4 | Q1 1 To;al 1(\3] ?S 0 0
4 | Q1 1 To;al g ?S 0 0
4 | Q1 1 To;al E ?S 0 0
4 | Q1 1 TO;al 12 ?S 0 0
4 | Q1 1 To;al 12 ?S 0 0
4 | Q1 1 To;al 12 ?S 0 0
4 | Q1 1 To;al 12 ?S 0 0
74 | C1 1 To;al 12 ?S 0 0
4 | C1 1 To;al 12 ?S 0 0
4 | C1 1 To;al 12 ?S 0 0
74 | C1 1 To;al 12 ?S 0 0
74 | C1 1 To;al 12 ?S 0 0
4 | C1 1 To;al 12 ?S 0 0
74 | C1 1 TO;al 12 ?S 0 0
74 | C1 1 TO;al 12 Cis 0 0
74 | C1 1 TO;al 12 ?S 0 0
74 | C1 1 TO;al g ?S 0 0
74 | C1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | 1 1 To;al g ?S 0 0
74 | CI 1 To;al g ?S 0 0
74 | CS 1 To;al %I ?S 0 0
74 | CS 1 To;al 12 ?S 0 0
4 | CT 1 To;al g ?S 0 0
74 | DI 1 To;al E ?S 0 0
74 | DI 1 TO;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al 12 Cis 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al g ?S 0 0
74 | D1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al 1(\3] ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al E ?S 0 0
74 | DI 1 TO;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al 12 Cis 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al g ?S 0 0
74 | D1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al 1(\3] ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al E ?S 0 0
74 | DI 1 TO;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al 12 Cis 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al g ?S 0 0
74 | D1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al 1(\3] ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al E ?S 0 0
74 | DI 1 TO;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al 12 Cis 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al g ?S 0 0
74 | D1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al 1(\3] ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al E ?S 0 0
74 | DI 1 TO;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al 12 Cis 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al g ?S 0 0
74 | D1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al 1(\3] ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al E ?S 0 0
74 | DI 1 TO;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al 12 Cis 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al g ?S 0 0
74 | D1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al 1(\3] ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al E ?S 0 0
74 | DI 1 TO;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al 12 Cis 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al g ?S 0 0
74 | D1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al 1(\3] ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al E ?S 0 0
74 | DI 1 TO;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al 12 Cis 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al g ?S 0 0
74 | D1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al 1(\3] ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al E ?S 0 0
74 | DI 1 TO;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al 12 Cis 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al g ?S 0 0
74 | D1 1 TO;al g ?S 0 0




Page 54 wwPDB X-ray Structure Validation Summary Report AVTR

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al 1(\3] ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al E ?S 0 0
74 | DI 1 TO;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al 12 Cis 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al g ?S 0 0
74 | D1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al 1(\3] ?S 0 0
74 | DI 1 To;al g ?S 0 0
74 | DI 1 To;al E ?S 0 0
74 | DI 1 TO;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | DI 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 To;al 12 ?S 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al 12 Cis 0 0
74 | D1 1 TO;al 12 ?S 0 0
74 | D1 1 TO;al g ?S 0 0
74 | D2 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | D2 1 To;al g ?S 0 0
74 | D2 1 To;al g ?S 0 0
74 | D2 1 To;al g ?S 0 0
74 | D2 1 To;al 1(\3] ?S 0 0
74 | D2 1 To;al g ?S 0 0
74 | D2 1 To;al E ?S 0 0
74 | D2 1 TO;al 12 ?S 0 0
74 | D2 1 To;al 12 ?S 0 0
74 | D3 1 To;al 12 ?S 0 0
74 | D3 1 To;al 12 ?S 0 0
74 | D3 1 To;al 12 ?S 0 0
74 | D3 1 To;al 12 ?S 0 0
74 | D3 1 To;al 12 ?S 0 0
74 | D3 1 To;al 12 ?S 0 0
74 | D3 1 To;al 12 ?S 0 0
74 | D3 1 To;al 12 ?S 0 0
74 | D3 1 TO;al 12 ?S 0 0
74 | D3 1 TO;al 12 Cis 0 0
74 | D3 1 TO;al 12 ?S 0 0
74 | D3 1 TO;al g ?S 0 0
74 | DC 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
74 | DE 1 To;al g ?S 0 0
74 | DJ 1 To;al g ?S 0 0
74 | DO 1 To;al %I ?S 0 0
74 | DO 1 To;al 1(\3] ?S 0 0
74 | DT 1 To;al g ?S 0 0
74 | Dd 1 To;al E ?S 0 0
74 | Dd 1 TO;al 12 ?S 0 0
74 | Dg 1 To;al 12 ?S 0 0
gPrDE
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3 Residue-property plots (i)

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

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

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

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

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

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

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

e Molecule 1: 18S ribosomal RNA
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e Molecule 10: 40S ribosomal protein S15
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Chain AS:

e Molecule 20: 40S ribosomal protein S29-A
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{44

e Molecule 21: Guanine nucleotide-binding protein subunit beta-like protein; RACK-1
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Chain Aa: 100%
There are no outlier residues recorded for this chain.

e Molecule 22: Unassigned secondary structure

Chain Bo: 95% 5%

(=)
3]
rNI

e Molecule 22: Unassigned secondary structure

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

e Molecule 23: Unassigned secondary structure

Chain Ab: 99%

o

e Molecule 23: Unassigned secondary structure

Chain Chb: 99%

e

e Molecule 24: Unassigned secondary structure

Chain Ac: 99%

4

e Molecule 24: Unassigned secondary structure

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

e Molecule 25: Unassigned secondary structure

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

e Molecule 25: Unassigned secondary structure
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Chain Cd: 100%
There are no outlier residues recorded for this chain.

e Molecule 26: Unassigned secondary structure

Chain Ae: 100%

There are no outlier residues recorded for this chain.

e Molecule 26: Unassigned secondary structure

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

e Molecule 26: Unassigned secondary structure

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

e Molecule 27: Unassigned secondary structure

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

e Molecule 28: Unassigned secondary structure

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

e Molecule 28: Unassigned secondary structure

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

e Molecule 29: 25S ribosomal RNA
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Chain B1: 29% 47% 19% 6%

o @ o <+ 10 @~ - o < © K~ © o NI w © I~

© ~ — o & < w0 [T=] [} wn 0o © © 0 ©

<O < < < 5 <= B o < <O S = ===
oo 0 o oo = oo o
©o ~ ~ © © (=] (=3 o
o - © o =3 © o <5

A16
420
G22

0
N
=]

A26
G30
Cc31
A34
A35

Cc72
A85

©
©
[

us7

4100
C105
A106
A107
A108
A109
G110
Ccii1
Cc113
A114
Uiig ©
A121

G136 ©®
G137 ©®
U138
c140
Cc141
G143
Al44
G145
U147
U154
G158
A159
G160
U167

A151
U169
G170



wwPDB X-ray Structure Validation Summary Report AVTR

Page 73

(444
1544]
oven
6€TH
8ETY

*

T€TH
0gen
622D

£€een
(444
11441

81¢H
L120

TICV

020

S02T0
vocy
£0TH

Tocy

20EN

00€D
662D
86z0
162D

S6TV

620

i

8820

98zN
S8TY

[4:14]

1829

8.zN

TLTH
TL2D

692D

L92H
992V

66EV
86V
LBEY
96V

98EY
S8EY
v8EY
£8€D
z8€eN
T8EN

LLEY
9.L€D
SLEV

*

£9€D

09€D

8G€D
LSGEY

i

LEYD

SEVD
YEYN

£THY

L1%Y

025741}
607V

LOPY
90%D

£0%0

T0%Nn
00%D

eta=i]

£TSY

T2sy
0zsn
615V

918V

€19D
2180

6080

L0Sn
908N
S0SD

€090
20sn
TOSY

867V
L6%0

S6%D

£6%D

969D
650
€690

165D

685V

890

G839V

€LS0
TLSY
TLS0

999H
S980

2990

099D
639V

LGSY

L

0GSY

8%9D
L%9D
9%90

%30

en
0%8n
6€£90
@ 8esH

E£ESV

1€9D

8zsn

659D

999D
%590

2S99)

679V

LYoV
9Y9V

%99

cvon
990
0790
6€9D
8€90

9€90

%€9D
® €€9
{455

114°2)
0zon
619V
8190

919D

%190
€199

119V
0199

709D
€09V

8TLD

vTLn

TTLD
TTLD

£1.0

TILY

020

S0LV

€049

669V

L69V

i

€69V
69V
169V

1890

€890
2890
89N
0899

9199

.90
0,90

1990

S99V

2990

099V

QGLY
PGLD

084D
6%.L0
8v.L0

S%LD

ThLD
Tvi0

62TLD

84G8Y

+

£468D

8%8Y
L¥8Y
9%8Y
S%8D

3

0%8D

8€8D
LEBY

SE8D

TE8D

0€E8Y

828Y

gcen

3

1280

6180

L18Y

7180

218D

608D
808V
L08Y
908Y

%080
£08D

0089

864D

3

£€6.LD

T6LY
06.0

8160

ST6Y
v16v
€16V

T160

806D
L06D

060
06V
€060
206D

006D
6680

680

S68Y
768D

680
168D
0680

888V
1,889

6.80

L1180
9.8V

vi8n
€180

TL80
0489

8980
98D
998V
S980
798D

798D

TS6Y
0869

L%6D
ov6N
S%60

£¥60

0%6D

LEGD

SE6N

ze6N
TE6D
0€6N

LT6D

3

€260
(441

0Z6Y

€907V
CS0TN

05070
67070

w9010
£%010

%010

8€0TD

9E0TV

€E0TN

0E0TV
°

@ LTOTY
@ 9201V

¥20Td

6107D

L1070

]
S1070
e ¥i01n
€107D

T10TV
0707

L0070
9007V

70010
€007V

10019

666D

L66Y

3660

66V

686V

1860

86N

61110

LITTD
9TT11H

11110
01110
60110

LOTTD

SOTTV
v0TTD
€0TTY
COTTV
T0TTD

96070

76010
€601V

1601V

980710

28010
18010
080TV
6LOTV
8L0T0
LL0OTO

SLOTV
7L0T0
€L0T0
TL0TN

890710

v90TY

CTO0TV

6S0TD

95070
SSO0TV
v&0TY

18110

6LTTY

9LTTD

€710

TLITD
6971V
L9710

99T71H
G911V

€9TTY
291N
T9TTD

6GTTY

9GTTD

€GTTY

0GTTY
67119
8%T1D
LPTTD
9%TTD
SPITD
P10

(4425

6ETTD
8ETTN

9ETTY

YETTD

CETTD
TETTD
0ETTY
6CTTY
8TTIN

STTIN

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AVTR

Page 74

91TT)

vicin
€121H

11210

80TTN

v0TTY
€0TTV
20TtV
10210
00TV

@® S6TTV

16710

88110

0TETD
60€TN

TOETY

66210

T6CTV
06TTY
68CTD

L8TTY
98TTY
S8TTH

182TH

6.TTD
8.TTY
hhmﬂo
® €lTTy
2TLTTO

® 0.TTV
69210

L9210

<S9TTN
921D
€9CTY
29TTH
T9TTH
09TV
6GTTY
862N
LGTTO
9GTTH

P&TTO
€82TN
CTSTTY

0GTTH

8%TTD
PAZAN

LLETD
9LETD

veen
€EETD

6ZETN

LTETD

9TETD

STETN

€TETD
CIETD

LEVTD
9EVIN

LTHI0
9THTO
STHIN
¥Tv10

[442%)

(4745

9T¥TD
STPI0
YIP1D

[452%)]
11910

60%1H

LOPTY
9071V

€0%TD
CTOo%TD
1071V
00%1D
66ETY

LBETD
96€TD

L8ETH
98ETV
S8ETD

i

Y0STV

66710

€6%1D

0671V
6871V
88%1H

S8%TD
¥8vIn

8L¥1D
LLYTY
mhmﬂu
€LPTD
TLPIN
0L%10
69%10
8971V

LO%TY

8G% 1N
LS%10
98% TV
S8%10
i2ciaa )
€871V

OPPIV

SvvIn
Y10
[4421)
1544%)
0%%1D
6EVTN

T8ST0
T18STD
08STV
6.STD

SLSTV

CTLSTIN

89810
L9610

09G1H
63GTV
8GGTV
LGGTY

39910
€G9TN

08870
67910
89410
LYSTD

SYaTV

{42515

07810
6EGTY

9€GTH
SESTV

E€ESTN

TE€STD
0€STN

LTSTO

j£4°141

[44:41)
114:0%))
028T1H
91810

11970

60GTV

S0STD

L0970
90970
S09TY

09TV
T0910

96910
96910

€691V
2T6S8TH

k

8891V
L8STY
98S9TD
98910
891N

YILTY
€TL1D

80410

90470

YOLTY
€0.70

TOLTD

6691V
86910

76910

T691N
16910

TLOTD

8991H
L99TV

8G9TD

9G9TY
SG9TD
veoty

6081V
808TH
L08TH
9081V

Y081V

LBLTY
96.L1D
S6.L10
¥6.L1D

L8LTV
98LTD

€8L10
T8L1N0

6LLTD

SLLTD
YLLID
€LLTD
cTLLIN

+

99.L1H

CTOLTD

0941V

9S.LT0

¥9L1D
€8L1H

TSL1D

¥HLID

0vL10
6ELTN

9ELTD
SELTD
YELTD

0ELTD
6CTLTV

6L8TV

91870
SL8TH
YL8TY

T.810
0L8T0

898T1H

G981V
v981Y

19819

6981V

L98T0)

€498170
T88T1H
19819
08871V
6%810
8¥81H
LY8TY
9%810

¥%810

[42:14)

68TV
SEBTY
ve8TIN
€€8TH
0€8TH

LT8TD

ST8T1H

[44:3 1)

0Z810

9181V
ST8T0
YI8TY
18TV
C181H

0T8TV

8Y6TD
LY6TD
9Y6TV
SY6TV
%610
8€6TN

SE6TH

E€E6TY
CTEBTY

0E€6TY

LT6TD
9T6T0
ST6TN

F

02670

816710
L1670

ST6TV
¥161D
€167V
c1610

€0670
CT06TH

0067V
668TD
868TH
L68TH

S68TV
76810

T68TH

6881H
88810
L88TV

£88TV

1881V

@ TS6TD
08670

6ETTY

LETTA

sgren
YETTD

ZETTO

ogiey

€212H

TCITH

P1120
eT1ey
zrien
T112D

907CY
S072H

+

9602V
496029

£60TY

O

R LDWIDE
PROTEIN DATA BANK

W



AVTR

wwPDB X-ray Structure Validation Summary Report

Page 75

]
T1gen
0TTTH
602N
80TV
0TV
90TTH
§S0zzn

+
i

L61TD
9612)

16720
067120

88TCY

98120

¥812n
€812V

0812H

8L1CY

9.120

eL1en

L

H-

6912H
891V

9912V

19129

981D

€g1en
[4:1%4 )

081ZH

8%12n

9120

YhITY

4454

162TY

682N
88TTH

98z2N

i

[4:1440

6.LTTV
8.TT)

9.2TH

vlzen
£.TTH
TLTTH

0LTTV

L9220
9922N

v9zen
€920
[ 4144
1922H
09zzn
144

pAtéa)
9gzey
gazey
vscen

(4144
1822
0SeTH
6%2TH

9veTH
Figda)
i47441
157441
L€TTO
Lzeed
4444
£geeTy
(4444

812TH

89ETY
LSETY
98eTy
SSETH
¥S€eTd
€9€TH

0S€TD

LyETn

SveTY
vheen
E£¥€TO

LEETD
9EETN

veezn

(4334 )
TEETD

veeey

viecn
e1eTy
creey
11€2D
01€2N
60€TY
80€TD

90€TD

v0€TD

C0ETH
10€2n

66TV
862N
L6220
96TV
S6TTV

c6TeTn

14741
£€ehen
2THTO

61HCY

L1%20
91%2N

86€TY
® L6ecTy
96€TH
S6€TH

i

£6€TH
T6ETD
T6ETH

v8eTy
£8€TO
ZT8ETH

8LETD

SL€TH
v.LETD
€LETY

TLETD
0.L€2H
69€TH

99€TH
S9€TH
v9€TH
£9€TY
2T9ETI

3

YLYTD
€L%TO
TLvTn

89%CY

£9%2H
[45i74
1992V

24
88¥%TY

hsida)]
£9¥ven
[414]
1592
0S%2H
67%CY

® 9%¥Fen
® S¥vey

154741

6EVTY

LEVTD

SEVTH
veven
g€even
14574

62%TH

TLSTO

69862V

95TV

8692N
pAcit4 )

L

efeieta]
vagcy
£4gzn
[4eita)
189920
0ggzn
679CH
8%9T0
LSV

£v92n
cvaecn
TPsen
0vaTy
6€492D

9€gTy

0€8TH
S14:t4 ]
824TH
pact4)
928Td

vescy
£Tacy
[44:t4)
1gsen

|

L1820
91820
g18TyY
v192n

¢1820
135:t4 4

808zN

70s2n
£082TH
coscy
10520
@ 00sTy
@ 66%2n

97920

%920

8€920
LE9TY

£e9zn

€920

62920
8C9cV
L2920
929V

¥29TH

6192H

L

¥19¢D
£1920
c19zn
11920
0192H
6092V

90929

€092H
T092H
1092V

66520
86GTH
L6820

¥692D
€68V

68492H

¥89TD

T8STD
18s2n
0882V

¥.92D

60420

voLTy
€042V

T0.L20

L69TY

S69TY
692V

0692D

@ 889Tn

989TY

%8920

892D

8.9TV
L,92H
9,92V
@® §.920

£L9TY

6992D

99920

84G92H
L89TY
969zY
4989zn

6%9CY

LLLTD

SLLT0
YLLTD

TLLTD
TLL20

69,2V

99,20

%9.20

°oLTY

3

09.20

€8.LTH

TS.LTH
0S.20

8Y.LTY

152k4
[42%4)

8ELTY
LELT)

SeLTn
veLTy
EELTY

TeLen
0€LTH
62.L20

LTley
® 9TLlTd

H
+

81.LzN
LTLT0

STLTY
¥TLTD
€1L20
[42x41)

0TLZD

982N

¥%82D
£9820
{44340

0%820
6€82H
8E8TY
LE8TY
9€8TD

v€8CH
£E8TY

62820

i
3

9T8eNn
ST8TH
%28TH

[44:140)
81820

L7182V
9182H

1182V

60820
808V

3

9082N
S08TH

2082V
1082V
0082H
66.L2Y
86.20

96.2H

L8.2H

78420
£8.20

6.L.LTY
8L.LTH

ST620

€16TD

162V
0162V

L0629
90620
s062n
2062y

0062V

L

8682H
L682Y

S68TD

£682D
68Ty
16820
068TY
68820
88820
88Ty
98820

882D

088zn
6,820
8.8TH

.82D
£€.820
2.8TY
TL82D
04820
69820
89820

4g98zn

098zn

LS8TH

£468TY
2S8TH

0682H
6%820

786TD

86TV
18620

6.620
8.620
L1629

TL6CTY
0.62D
6962V

49620

£96TD

65620
8G6CY

9662V

a6z

T962H

8%620

ov6TY

a¥62D
vv62n

%620
Tv6CV
0v6TY

L

9E6TY

0E6TY

82620

24141
£c62n
2T6TH

0z6Tn

816CD
L1629

P¥0€D
£%0€0

Tv0€EN
0%0eY
6E0€D

LEOEN
9E0€D
SEOEY

EEOEY
CTEOEY
TE0ED

620EY
820€D

veoey
€eoen

0zoen

810€D
LT0EY

v10€N
€10€N

TT0EY

600€D
800€Y

900€Y
S00€Y
%00€D
€00€D

TO0ED
000€Y
66620
86620
L6629
96620

3

6620
1662V

98620

STTED
vIIEY
ETTEY

TT1EQ

60T€D
80T€D

90TEY
soTeNn
voTEN

2TOTED

860€D

S60en
v60eY
£60€D
260€D
T60EV

680€D

¥80€0

080€D
6.0€0

O

R LDWIDE
PROTEIN DATA BANK

W



AVTR

wwPDB X-ray Structure Validation Summary Report

Page 76

YLIEY

TLTEN

697N

¥9T€D
E£9TEY
T9TED
T197€0
097N
6ST€D

LSTEN

¥9T€D
€8T7€EN

1STEN

6%1€D
8¥1EN
LY1ED
9%1€ED
SY1E0

(474344

LETED
9ETED

YETEY

CETED

LTTIEY

¥TTED
£€TTEY

121EN

i
L

(474

8€TED
LETEN

£ETED

T€TEN
0€TED
62TED

9TTEY
etadn]
¥TTed

cTeen
12TED

912ED

vrcen
E€TTEY

60TEY

90ZED

%0TED
£0ceN
20TeD

96TEN
S6TEN

€6T1€0
T6TEN
T161ED

88TED
LBTEV

S8TEN

28TED

08TEY

LOEEY
90€eN
Soeey
vogen

cogen
T0€EN

66TEV

L6TEN
96TEV

v6TeY
£62EN
T6TEV

88TED
L8TEN

S8TED
£8TEN

T8TEN
182€EN

6LTEV
8LTED

9.TeH
SLTEN

0.LTEN

L9TeV
99T€H

¥92€eD

C9TEN

@ 09zed

8GZEN

L

vaTed

o0szen

i

syeev

£8EED
z8gen
T8€EN
08geN

8LEED

SLeEEY

TLEEY
TLEED
0LEEY
69€ED

L9EED
99€€D

F

T9EEY
TOEED
09€€D

8GegeNn
LSgen
9GEED
ggeen
vagen
€GEED
cGeeen
TSEEN
0GEED

vhEEY
£9EED

ThEEN

6EEEY

EEEED

TEEEN

25S ribosomal RNA

S6€ED
veeen
£6€EN

T6EEV

e Molecule 29

68€EN
88EED
L8€EN

veeen

6%

18%

47%

30%

3%
.

Chain D1

99y
SoY

9y
(4224

09y
639D
84D

989

vi0

(434

01D

A

® 9€Id

e
® €EIn

TETD

LT1D
9210

L

TV
TTTY

6110

011D
60TV
80TV

90TV
G010

€07D

T01D

869

S6Y

€60

80
98D
S8Y

€80

180

LLY

® Tl
TLY

S02D
vocy

Tocy
002D
66TV

L61D

+

261D
1610

681D

L81Y

<8710

2810

6.10
8.10
LL10
941D
SL10

€L1D
TLID

0L1D
6910

1910

TETD
0€zTN

gq1ed

Ty
0ot1en
60TV

020

0%€ed
6EED

L

T1ED

60€N

LOEY
90V
S0eN

L

TOED

662D
862N
L6TD

S6TY

€620
{4141

062D

182D

a8y

£8TD
282D
T8¢H

8.Tn
LLTD

TLTH

9.L€D
qLeEY
bLEY

88G€D

vaeN

TQEY
0G€D
67EV

L%ED
9%€D

gven
Zhey

6EYD

SEVD
PEPN

8THY

el470]

(475]
61%D

LIPY

1190

607V

TESY
1€9D

LTSV

=}

134

114°1)
0zsn
619V

€19D
TSN

L0Sn
9080
S09D

€080
c0sn
T0SY

66%D
867V
L6%0

S6%D

£6%D

9690

169D

689V

.8S0

%890
€890

3

6.9D

€190
TLSY

095D
699V

LSGSY

L

299D

0SSV

8¥%9D
L%9D
9%90

%30

TPen
ovsn
6€90
8€9D

€SV

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AVTR

Page 77

659D

LSOV

9990
7990

679V

eide) )
SYoV
%99

zvon
TOD
ovon
6€9D

89V

TTov
2oV
0zon
619V

L19D

709D
€09V
209V

6650

TTld
1TLD

LTLD

YLD

SOLY

€04D

669V

L69Y

9690
%690

269V
169V

890

0490

oL
TOLY

63.0
8840
LSLD

SSLV
%9LD
€8.L0

S¥.L0

£%.L0

i

8ELY

9ELY
SELY
veLD
€ELD

9.8V

vi8n
€.80

T80
0.89

8980

980

198D
0989

848V

+

168D

k

ov8Y
S%8D

TH8Y

8€8D

9E8Y
SE8D

TE8D

@ 0€sy

8T8V
.28V

§Sz8n

L18V

661D

L

£760

196D

6€£60

LE6D

geen
¥€6D
£E6Y

1€6D

LT6d
96V

%269

126V

E£T6V

116D
016D
606D
8069

£060

106D

1680
968V

%689

168D
0680

888V
1889

£88Y
88V

6.80

L00TN

700170

T00TD
000TD
666D

266V

.60
v.6D
L6V

8L07T0
LL07T0

SLOTY
vL070

TLOTD
TLOTQ
0070

89010

TO0TV

6S0TD
8G07TN

96070

ySoTY
€G0TY
TsoTn
TS010
08010
6%010

=

€E0TN

0E0TY

® LTOTv
90TV

v201d

610TD

LT0TD

ST0TA
71070
€T0TD

TT0TV

SPTID

8ETIN

9ETTY

YETTD

CTETTD
TETTD
0ETTY
6211V
8CTIN

9TTTH

mcﬁ«:
Y0TTD
€0TTY
COTTY
TOT1D

6601V

96070
96010
v6010
€601V

T60TY

680TD

SOTTV
v0TTV
€0TTY
20Tty
T0C10
00TV
66110
86110
LBTTY

88170

98TTD
S8TTD

€8110

8110

TLITD

99T1D

SOTTY

€911V
29110

6GTTV

LGTTD
98110
94110
YaTIv
€STTV

0STTV
6%11D
8YT1D
LYTID
9%T1D

TSTIV

6%CTD
8%CTD

iZa%]
SYTTV
4Z4A1

14745
wein
[Viz44)
6€TTO

LETTD
9€TTH
geTIN
TETTD

621D

STTTY
44
€TTTY
TTTTd

TCTTIV

61210
81210

L

vigin
E€ITID

11210

902TH

LTETD
9TETY
STETN

€TETD
cTEIN
1CETD

6TETH

9TETD

CTIETD
111D
0TETD
60€TN
80ETY

90€TH

COETY
TOETY
00€1H
66210

S8TTH
%8210

08210
6,210
8.TTV

S.LTTO
vLTTY
€LTTY
TLTTD

0L2TV

86€TN
L6ETD

S6ETH
Y6ETY

C6ETH

06ETV

88ETN

98ETY
S8ETD
v8ETN

C8ETH
T18ETV

8LETN
LLETD

v.LETD

09€TD

9GETN
SSETV
YGeTD
€GETN
CSETY
189€T0
0SETY
6YETH
8YETN

[ 0 © N~ © o
® o M mm o & ¢
] ®mm om0 m ®
- oo oo
- O (S = A= oD

SOPTV

09%TV

LGP0
98TV
S9%10
2441

+

OYFTIV

EYPID
[4421)
P10

671N

LEVTD

SEVTV

EEVTY
[454 1)

8TI¥TV

91%10

60%1D
80%1H
LOPTY
90TV
S0%TN
70¥TD
€0%10
[dvA 1)
10TV
00%1D
66ETV

€ESTN

TESTO
0ESTN

82STD
LTSTO

i44°141

cTsIn
T28TH
02S8Td

8191TN
L18TD
918TD
mﬂmﬂq
181N
T1810
0TSTD

80STD

909TY
S09TD
v0STY
€08TY

66710

L6VTO

S6%1N

68%TY
88%TD

T8YTY

6.%1N
8LVTD
LLVTY
9LVTD
SLVTY

89%TY

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AVTR

Page 78

0T9TH

L0970
90970
S09TV

2091V
10910

3
3

S6SGTN

64TV
T6STH

3

88GTV
L8STV

S8ST0
891N
€841V
28ST)
18910
08GTV
6.8TD

SLGTY

TLGTN

@ 89410
L9610

® 0987D
6SGTV
@® 8991V
LSGTV
98GTD

¥4910
£4G70

189S10

67910

L%G81H

(4211

07810
6ESTV

9€GTH

68911
88911
L8910

S89TD
78910
£€89TY
28910
78910

LL9TD

TLI9TN

TLOTD

0L91D

899TD
LO9TY

991D

+
L

9G9TY
SG9TD
YE9TY

TG9TH

LP9TV
9%91D
SvoTN
»%910
£%9TY

6E9TD
8EITY

9€9TN
SEITD
YEITD
€E9TD
CTEITY
TESTD
0€9TN
62910

Lg91n
9z91N

cToTn
TCOTV
091N

€197V
ZI9TY

6941D

99419

29410

0941V

9GLTD

YGLTD
€GLTD

TSL1D
0GLTY

YPLID

[ ZA%]
6ELTN

9ELTD
SELTD

0ELTD
6CLTY
8TLID
LTLTD
9TLID
(A 1]
volLin

0oz.LIin

LTLI0
9T.LIN

PILTY
€TLID

80410

YOLTY

T0L1D

6691V
86910

S697N
76910

26910

0S8TV

LY8TY

SP81D
¥%810

Zh81vY
P81V
0%810
6E€8TY

0€81D
62819

ST8TD

2T8TD
12810

€LLTD

TT6TV
0z6TN
616TD

ST6TY
Y1610
€T6TY

TI61V

8061V

9061D

£06T0
CTO6TD
TO6TV
0067V
668TD

L68TD

76810

T68TH
T681V

68819

881V
9881V

£88TV
881D

08870
6.8TY
881D

9,810
S.81D

TL810

v981V

19819

84981V

948710

48810
£€46810
2G81H

TS610
05670

8¥6TD
LY6TD
9Y6TV

F

0%61D

8E6TN
LEBTN
9E6TY
SE6TH

EE6TV
CTEGTY

LT6TD
9T6TD
STETN

YT

i

crIen
TT1CD

80T2)

9012V
S0TZH

+

960CY
@® S§60cTH

£60TY

16720

98120
S8TCH
¥812n

08T1ZH

8L1CY

v.12D
eL1en
cLITY

691CH
8912V

912N
912D

88TV

4344 )
19120

8¥12N

154541

wien
[0)/4%41)

LeT20
9ETTI
SETTN

g€eren
CETT)
T1E€TTY

62120

Lzten
lqt4 )

€TTTH

0TIV

i

9T1ZH
STTTH

08TV

8.TTH

9.TTH
S.TTY

€.3TH
2.TTH

® L9zTd
@ 99zzn

6%2TH

LTTTO

444
£eeey
zeeey

1444

T1gen
0122d
60czn
80cTY
Lozgey
902TH
gqo0zen

6612D

612D
£6720

vveTn
£¥ETO

8EETD
LEETD
9€€TN
SEETD

E€EETD

TEETD

LzeTn
oTETY
STETD

61€TN

LTETY

vieen
E£1ETY

T1€TH
otezn
60€TY
80€2D
L0ETD
90€TH

£0eTY
Z0€TD

00€TH
662TY
86c2N

g6cey
v6cTn

68cTN
88TTH
L8TTH
98TTN

1822V

S0%TH
{74
£0%TH
[dviZa )

96€TH
S6€TH
v6€TH
£6€TH
TB6ETD
T6€TH
06€£TY
68€TH
88€TN

98ETY
S8ETH
y8eTY
€8€TI

08€TN
6.€20
8LETD

9L€TH
SL€TH
vLETO
€LETY
TLETY
TLETD
0LETH
69€TH
89€TY

99€TH

£9€TY

09€TD

wm“u<
9GeTH
ata]
£8€TH
TSETY

0S€TH
67€TN

LYETN

SheTy

£9%¢H

4374
1992V

6S%CV
88¥TV

i
L

iiza]
£9¥ven
[4c)74)
1892
0S%2H
514741

9v¥ven
4741

(4574

|
£vsen
Zvsen
T¥Sen
[ista )
6ESTD

Lg8Td
928Td
etdeta)]
veacy
€8Ty
2TsTd
Tgsen

L18en
918en
i aeta )
jAL:t4
€19en
182D
T8V

8092n

v0gzn
£0829
08Ty
T0scn
00STY
667N

£6%2n
26%Cd
T6%CV

88%CY
L8%en
eltiza )
a8vey
78¥TY

6.%2D

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AVTR

Page 79

929V

%29Th

67192H

s

%1920

$S092H

£092H

1092V
00920
66520
86GCTH

%6920

986TH
§849TH
¥892H

28820
892N

®
® 698cY

1992V

[Sfeietan)
844zN
pAeit4 )

98929
® ¥SSTY
® £3sen

T992n
06s2n
6%92H
8920
LSV

0892V

8.9¢Y
L1929
9.9¢v
@ S§.920

€.92v
TL92H

04929
69929

i
L

T99¢H
09929

8G92H
L89TY

8%92D

9%92D

€94TH

TSLTH

TeLcn
0€LTH
62.L20
8TLTH
LTLTY
® 9T.TD

L1LTn

ST.LTY

€120

0TLZD

9042H
S0.LTY
v0LTy

S69TV

%082V

208y
1082V

66.TY
86.T0

96.2H

06.LcY

L8.LTH
98.TH

¥8.29

[4:7x41)

6L.LTY
8LLTH
LLLTD

L

TLLTD
TLLT0

69.LTY
89,20

99,20

%9.20

TOLTY

owmuu
LS.z20
98420
SG.LT0

88820

S88T)

6,820

98¢0

¥.82D
€.8c0
T.L8TY
1.82H

04820

S9820N

£€98TH

09820
63820

18820
988TH

¥982n
£88TY

%820
£v8Tn
[475:141)

6€£8TH

i
3

9€8T0

TEBTI
1€82H

62820

.28tTN
9z8zTN

1562
0S62H

L96TD
9v6TY
S¥6TH
vv62n

[47149)

0v6TY

L

9E6TY

£E6TY
ce6eTn
T1€620
06TV

S1620

60620

L062H
9062D
0620
v062n

0062V

S68TH
%6820

68TV

68820

87080
LT0EY

710€EN

TT0EY

600€D

900€Y

%00€D
£00€D

T00€D
000€V

86620
L662D
96620

F

26620

%8620

286V
18620

6,620
8.620

vLl620
€L6TH
TL6TH
T.L6TY
0620
6962V
8962H

962N
%9629

z96cN

09620

8362V

9862V

¥s62n

780€D

080€D
6L0€0

LLOEY

SLOED
%L0€D

TLOED
TL0EN

690€D

790en
£90€0

850€N
L50€0
950€N
g980€n
v30EN
£80€D

0S0€N
670EY

6€0€D

9€0€D
SEOEY
YEOED
EE0EY

TE0ED

820€D

920€D
ST0ED

£20€N

0Z0€N

caTen
TSTEN

671€D

SY1€0
THTED

(474544

CTETED

8TTED
LTTEY

YCTED

TTIEY
1cTEN
0Z1€0

9TTED

ETTEV

i

LOTEN

COTED

860€D

S60€N
Y60EY

CT60€D

680€0
880€D
L80€Y

80T€D

902€D

©0TeD
£02EN

661ED

L6TED
96T€N
S6TEN
761€0
€6T€D
T6TEN
167€D
06T€D
68T€D
88T€D

SLTEN
vLIEY

TLIEY
T.1E0

691€N

¥91€0
E9TEY
291ED
T97T€D
097€0
6ST€D

LG1€N

¥a1€d
€8T€N

LLTen
9.TED
sizen
vLTEY
® €£.TeY

@ 0OLzen
69zeN

L9TEY
992ED

£92€D
c9Ten

@ 092ed

9GTED

YGTeED

[4t4°0]
TSTEN
0gzen

8ETED
LETEN
9gTEN
SETED

€E€TED
CTETED

0€TED
62TED
82TED

9TTEY

i744%)]

L1TED
91ZED

vheey
£YEED

TheEEN

6EEEY

veeen
E€EEED

TEEEN

62EEN

LTEED
9ZEED
STEED

E£TEEY

0ozZeey
61€EN
8TEED
LTEEN

STEED

€1eeN
cIeEN

LOEEY
90€eN
SOEEY

cogen
TOEEN

662EY
86TED
Lezen
96TEY
S6TEY
Y6TEY
£6cen
TETEY

S6E£ED
v6eeNn
£6€EEN

T6EEY

68€EN
88EED

98€ED

v8eeN
€8€ED
C8EEN

08€EN
6LEED
8LEED

vLeen
ELEEN

89€EN

5S ribosomal RNA

99€€H

CTOEEY
T9EED
09€€D
63EEY
8GEEN
LSgEN
98€ed
ggeen
vaeen
@® £9€ed

e Molecule 30

T5€EN
0S€eD

21%

47%

32%

Chain B2

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AVTR

Page 80

wov
9y
con
19D

98y

van
18Y

0sn
6%

8€N

©
2]
©

Sy
™
©

-
™
=1

~
o
<

I\
o
<

cm
12314

©
©

o m
=)

€07V
[40a )
101D

669

(434

[
©
©

5S ribosomal RNA

[re)
S
(]

v8v

e Molecule 30

22%

<+ 10
10 10
D«

45%

32%

©
=
=]

%
i

Chain D2

€9V
29on

=3
D
=]

©
4
=]

©
d‘
<

10
d‘
<

£vn
(444
%D
0%d
6€0
8€EN

€N
[oeen

-
o
=1

~
]
<

IIIIIIIIII" 8
@ o
< O

920

{44

i
TV

89

90
9D
0

(4]

210

6110
811V
L1TY
STID
€110

TrIn
011D

80TV

=
=
(2]

@
©
S

[t
©
©

5.8S ribosomal RNA

€80
289
180

6.LY
8.0
LLD
OLY
SLD

0L0

e Molecule 31

11%

50%

39%

4%
[

Chain B3

]
<

LY
TLY
04D

ot
(44

6%D

L%D

S%0
jadl

l44)

(04

8€EN
LEV
9€D

EEV
0€D
4]
{4
€en

zan

319

(434
T

+

on

ey

10
N~
©

L0TH
907D
SOTV

*

1010
0010
660

96V
S6D
760

z6Y

060
68V
88Y

980

0
©
(2]

o N ™
) © ©
< =S

[
~
©

@ 891N
L8110

(43 %]
1STD

67TV

LY10

5.8S ribosomal RNA

e Molecule 31

6%

51%

42%

%
i

Chain D3

8LD
LLY
9.LD
SLD

eLn
LY
TLY
0LD

90

S9Y

£99

oV
oon
63V

feisin

67D

S¥D
haal

[44]
1541
0y

8€N

67TV

L710

SYI0

910

8ETV

9ETH

CETD
TETY
0E€TD
6210
821N
LT10
® 9CTv
ST
445

L6Y

6D
%60

841N
LSTN

[43%]
TSTD

60S ribosomal protein L1

e Molecule 32

15%

29%

66%

Chain BA

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AVTR

Page 81

LLY

699D

L91

991

094

8G90
LSN

G691

Ll

674

L¥A

oY
Hh

va
1528

6EX

9EA

LgN
ocH
g
424

SL

€671

6874

PLIN

69TA

9911

9971
PSTL

29Ty
T1STA

£¥1a

LETd

2ETH

6T1S
8TT1
LTTH

211
€211
[44%S
12Td
0TTA

L1T1

® GTTA

60TV
80TN
LOTR

2OTY
TOTH

60S ribosomal protein L1

{44
T0TA

LBTN
9614

e Molecule 32

611

19%

24%

71%

Chain DA:

Z8A

e ¥l

094

N © O
10 0
=0 o

0

0

3
000000

o o000
-
IIl..w IIII
P

TEL

Q
©
—
£

TYIN
8ETA

3

0ZTA

e T11I

60TV

01s

96N

60CS

S0TA

£0TS

T0oCA

mn L2

60S ribosomal protei

e Molecule 33

8%

.

35%

54%

@
N
|

%
B

Chain BB

8L
E£8H

6LN

S9a

LTY
9Ty

<+
s II
=1

0ZL
6TH

LTL
9Td

18

9.1a

€LTD

TLTD

6911

9911
SOTA

6714

9€TI
SETI
YETA

TE€TD

8CTH

{441

11D
0Z1d

8114

ETTA

60S ribosomal prote

1L
0TT1)

LOTA

YTTL

(444§

0zeHd
6121

L1zh
9TCH

712D

(A4
T1CH

80ca
LocA
90cd

66TL

96TH

3

L8TH

€8TD
8TV

3

e Molecule 33

LLTH

in L2

2%

8L
€8H

6LN

. 8%

99d

33%

56%
© oMo = o m
m A wn n 0
i X HAano

oy

z4)]

oL
6TH

914

v1s
€19

(0154

Chain DB

|
0o o
H o ~

LLTH
9L1a

€LTD

TLTD

6911

9911
SOTA

€974

LGTA

b

(4]

6714
8YTA

6ETH

O

R LDWIDE
PROTEIN DATA BANK

LETI
9€TI
SETI
PETA

T€1D
0€TS

8CTY

(4410

W



wwPDB X-ray Structure Validation Summary Report AVTR

Page 82

3

T€TS
0ETA

Lz

4441

L8TH

€810
281V

mn L3

60S ribosomal protei

e Molecule 34

6%

© © o
© © ©
- o >

38%

54%

Chain BC

06A

T8L

o .
~ ~
m >

T9a

LSA

TSY

674

L91

g%s

€91

- o
< o
]

L9TH
9911
S9Th
$9TL

09TA

8GTA
LSTA

€8TY

8¥11

ovTH

€YID

6ETD

LETR
YETS
CETH
TETL

0€Td
62TV

1499
CTIH
TN
L1TH

€113

1718
01711
60TH

LOTY
90TH
SOTA
%0TL

1018

vocA
TOTH
092ZA
69CH
L92d
9GCH
SGTH
TS2D
8¥eH
444

TveH

8€TT

j{44:s

TZTL
0ZZA

81C1

912a

T12h

60cd
80TA

£0CA

00z=
6674
86TH
L6713

Y6TH
€610
CTETA

8811
L81S

€811

T8TI

6LTV

OLTY
SLTH
YLIY
€LTD

pgea
TSeT
8ved
LYES
9veL
e€ber

(07458

9EEA
SEET

EEEN

TEEN
LTED
vTen
0zea
6TEN
8TEN
LIEI
€1€H

80EN

90€L
SO0EI

£0€Y

TOEL
96CTL
S6TY
v62H
06ca
98¢H

v8cH

6.LTN
8.c1

Sicy
LTS
E€LTH
CTLTR

0L2H

892H

voeN

TOEL

e Molecule 34

65€1

in L3

60S ribosomal protei

6%

L o o 0 O O
© © © 0 0 R
1] Ry - o> =

39%

53%

Ll

Chain DC:

- Qo
[
m >

6931
89H

S9S

T9a

LSA

TSY

674

LY1

S¥S
PPl
€91

YA

L

LEY

0N

€Y

114

€TH

+

[
%

N~
II m <

LT
€LTD

L9TH
9911
S9Th

1911
09TA

8GTA
LGTA

€4TY

8711

ovTH

€¥1D
(47441

6€TH
8ETV
LETR

¥€TS
E€ETR
CETH
TETL
0€T4d
62TV

E€TTR
CTIH
1IN
L1TH
€113

01711
60TH

LOTY
90TH
SOTA
¥0TL

1018

v9TA
TOCTH
09zZA
69CH
L92d
9GCH
SGTH
1 °14Y]
8¥cH
444

TveH

8€TT

SETL

YCTH

e
2Tl
(44}

81¢I

91ea

60cd
80CTA

vocy
€0TA

0023
6674
86TH
L6713

Y6TH

TETA

8811
L1818

€871

T8TI

6.1V

OLTY
SLTH

TSET

8veY

9%eL

e€ber

obeN

9EEA
SEET

£EEN

TEEN
LTED
vTen
0ozea
6TEN
8TeN
LIEI
€1€H
80EN

90€L
SO0E€I

£0EN

TOEL
96TL
S6TY
v62H
06z2a

98¢H

v8cH

15:148

6.2 5983
821 [ |

[ | T9EL
't
v.42S 6961
€LTH

TLTh

e Molecule 35: 60S ribosomal protein L4-A

omuu
HGEA
19TV [ |

26%

22%

51%

3

Chain BD

10TV
0074

864

760

064

180
98D

™
0
[

©
~
©

LLA

S.d

TLA

694
89D

999D

i’y
At

TGA

SYN

s

ovL

6€4

g€ea

ced

8TV

iZ4}

1

61V
8TN

9TL

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AVTR

Page 83

€ETT
TETS

€etd

91CA

z1ea

S0cd
02D

7611
€674

061D
681V

2811
T8TA

99TA

091h
69TI

9811

PSTL

0811
6%1d

9%1d

FAKS

0%TH

SETA

TETA

LTIV

9TIN
STTH

PAYS

60S ribosomal protein L.4-A

e Molecule 35

%
i

26%

23%

50%

Chain DD

TOTV
0074

864

TLA

694
89D

99D

g6y
2kl

CSA

154
0L

£€a

8Ty

9T4

v

(44

6TV
8TN

9TL

CTL

crca

S0Td
702D

Y6TA
€6TH
T6TH

0619
68TV

2811
18TA

8LT1T

69711

99TA

097Th
6GTI

9411

PSTL

0STT
6%1d

AT
evTa
0%TH
SETA
TETA
LTty
9ZTI

STTV

OTTN
STTH

L0TH
90TH

YLTR

cLcTh

692S
89cV
L9zA
99zL
fefelact

[4:14.)
192A

8GTT
LSTH

vaTy
4ct4c
19¢L
0ScH
6921
(44414
oved
6€TY
8€T1

€€TT
TETS

€ged

91CA

60S ribosomal protein L5

e Molecule 36

%
B

31%

63%

Chain BE

TOTL
00TV

S6M

881

€81

6LK
8LV

TLa

691
89L

91

05y

© o
+ <+
MO

9%L
SN

4200
(444
152
O%H

zed

T1CT

60CH
20Td
702D
0024

G611

3

T61d

8813
L8TL

49814
781a
£8THM

T81d

8LIN
LL1E

TLIT
€971
0974

6GTA
8GTYH

9GTD

1570

8¥1I

£vIA

T7id
0%TY

*

9€TH

CETL
TETT

verE
€e1d
(447
0TIy

TTT0

vécy
€621

98TA
8ty
TLTH

692CS
® 892H

€9ca
LGgd
96Tl
g9gcd
4148
T92d
6%CV
ovTy
{4443
0¥%Tk
6€TI
8€ca

g€Ts
v€ea

T€TI
0€ea

Lge1
9TTR

€eed
91¢H

v1ea

in L5

60S ribosomal protei

e Molecule 36

2%

33%

61%

Chain DE

00TV

S6M

881

€8T

6LL
8LY

cLa

691
89L

79I

0gy

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AVTR

Page 84

T1CT
60CH
202D
T0CH
0024

G611

3

T61d

8813
L8TL

49814
781a

T81d

8LIN
LL13

TLTT
0974
69TA
89TY
9419
187D
8YII
€YTY
ThTd

Tv1d
0%Td

8ETD

9€TH

CTETL
TETT

€e1a
(447

0TIy

TTTD

€071

TOTL

vecy
£62'1

144

98CTA

[4:4s

TLTH

69CS
89¢H

S9TA
€923
L9gd
96Tl
ggcd
A4S

T9cd

6%cy
(44

ovTy

{4443

0¥%Tk
6€TI
8€cTa

S€TS
234

60S ribosomal protein L6-A

T€TI
0€ca

LgeT
9TTk

€eed

91¢H

v1ea
£12a

e Molecule 37

40%

57%

%
B

Chain BF

LD

D O
© K~
[

19D
998
991

TON
09a

8GT

Gl

€9A
[4:18

0S8y

)
s
S

PAZLS

j444

6EA
8EL

¥e1
€es
1444

0€T

8zl

9TH

12L

8T

9TV

€18

0TX

84

oy

4]

ZA%)

CTLIH
TL1d

LOTN

8GTX

SST11

€414

189TY
0GTY

Ly1V
911

PV
e 0%IA
LeTa
4344
8T1d
Lzin

9zTh
SZTh

(44 ¥+

1211

8114

9TTH

0Tt
6073

LOTY

60S ribosomal protein L6-A

e Molecule 37

—
5%

40%

56%

%
B

Chain DF

©
~
1

LA
€LD

TLA
oLY
694

199
99s
991

09a

841

99T

€9A

o
It}
=

0s)
6%D

PALS

9TV

€14

OTX

© «©

CLIH
TLTd

LOTN

091S

8GTX

SGT1

€81d
CSTL
1STH
0STY

LYTV
9711

IV
0%TA
LETA
(4344
8TTA

LTIN
9zTh

3

(44 %
1211

8TTH

9TTH

OTTY
6073

LOTV
9074

664
86A

€6A
T6S
T6A
0631

o8Y
98I

8V

6LA

TLT1

60S ribosomal protein L7-A

e Molecule 38

12%

24%

61%

Chain BG

CTIN

20TA

66d

0€Y

8TV

91CA

1128

+

902y

€0TH
20e1

G674

88TI

08718

LLTD

4991a

<+
©
=
0

T9TA
0974

9STI

»a1d
€974

081X
6714
8%TA
AN S

6E€1d
8ETA

9ETA
SETY
PETA

€CTL

£%Tn

vecH
€ecH
(434}

6ccd
8TTS

eI
£€ecd
CTTH

0ged
612y

60S ribosomal protein L7-A

e Molecule 38

12%

.

23%

62%

Chain DG

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AVTR

Page 85

9ETA
SETY
PETA

ZTIN
TITI

66d

veA

£€eed
[444:S

0gTd
61CY

912A

3

60CN

90Ty

2021

G674
P6TH

L

06TL

88TI

0818

LLTD

S91d
%918

T9TA
0974

9GTI

81D
€814

0STH
6711
8%TA

ShT1Y

3

8ETX

e Molecule 39

55741
vecH
geca
cecy

62cd
8TTs

eI

L8-A

n

60S ribosomal prote

2%

32%

20%

46%

Chain BH

v64

88Y

98L

28T

6%cH

8¥%TH
L¥Ta

44}

i

8€TT
LETI

® SETd

€ETH
62TA
8ccH
Lgza
TZen

$121

(4141

(24
60Ty
80cH

£0TA

ToTL

60S ribosomal prote

96TV

Y611

06TA

281D
1814

6LTI

6911

e Molecule 39

L91d

L8-A

11

2%

32%

19%

47%

Chain DH

Ll

6971

L91d

S9T4

639Td

LSTA

18TA

CTETA
TETY

8TTH
LT1d

OTTL
6071

90T
SOTH

0013

864
LB
963
S6N
¥64

98L

<
@Q
[

[4:3¢

6%cH
8wy
Lyea

Sved

54|

8€TT
LETI

SETH

EETM
62cA
8zcd
Lzea
11445

$121

60S ribosomal prote

(414

oTey
602V
80cH

£0CA

1021

961V

Y611

06TA

9811

1814

e Molecule 40

6LTI

L9-A

11

27%

2%

%
B

Chain BI

LT1d

(4958

8111

9TIN

114
OTTY

90TH
S073
Y0TA

TOTA

6814

98714
981D

6L11

TLII
TL1Q
0LTY
69TN

60S ribosomal protein 1.9-A

L9TA

29Th

84TV

feich )

b

e Molecule 40

(4418
1525
0%TA

8ETL
LETS

0€Ta
6214

27%

71%

Chain DI

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AVTR

Page 86

8111

9TIN

Tr1d
01Ty

90Ty

SoTd
v0TA

g7A
Tva
1529

8€T

8TA

¥TI

{44

6813

9814
481D

6LT1

TLII
TL1Q
0LTY
691N

60S ribosomal prote

L97A
144}
§918
(441
1545
0%TA

8ETL
LETS

0gTa
6CTY

L21d

(4453

L10

11

e Molecule 41

6%

31%

61%

Chain BJ

T6A
68A
98H
G684
w8y
8LL

0.1

L9V
994

198
091

LS'T
993

8%

o4

£¥A

TPV

6€1
9€1

gea
YEX

sev

4t
0zs

LTK

STH

06TA
6812

S8TH

T8TA

6.1d

LLTA

SLIN

TL1D
TLIH

69T

€910
T9Th

097d

79T

LYTA

SYTA

A

9€T4d

TETI

(441

LTTD

STTW

S6H
64
€6d
T6H

(4148

80CTN
L0Td

S0Ts

T0TS

9674

61D

60S ribosomal protein 1.10

e Molecule 41

6%

30%

60%

Chain DJ

64
£6d
CT6H
T6A
681
98H
Ga84d
v8Y
8LL
0LI

L9V
993

T9S

LST
994

8%

9vd

8614
L6TA
9674

761D

06TA
6813

S8TH

18TA

6.1d

LL1d

SLIN

TLTD
TLTM

6914

€9Th
29Th

091d

LYTA

SHTH

V1S

9ETd

T€TI

+

LT11D

1

e Molecule 42

60S ribosomal protein L11-A

2%

36%

57%

Chain BK

429

9EA
SEN
7ES

(41
TeL

E€TA

8TA

ST1d

(4%}
11a

0L1a

L9TR

1914
9GTH

YaTL

8¥IA

P10
LN S

1524

€ETH
CTEIN

L11-A

0ETA
6CTA

11

Lg14d

€CTd
[4a5)
TT1D
0TI
611S

L11a

STTA

CT11

0171

8073

9071
SOTD

2014

86V

AL

60S ribosomal protei

e Molecule 42

%
B

5%

34%

59%

Chain DK

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AVTR

Page 87

0L1a

LOTK

L8973
9GTH

YaTL

CSTH

8¥IA

w910
LAY S

15248

L14-A

YETd
€ETY
CEIN

111

0ETA
6CTA

LTT4

€CTd
(4453
114%]
0Z11
611S

+

STTH

CT11

0171

8073

e Molecule 43

9071

2014

86V

bed

60S ribosomal protei

13%

34%

51%

Chain BN

LLY

iZX

8€1

9EA

LTTH
9zTTh
STTA
81174
13344
L0TE

YOTV
€0TI

96V

v6M

06A
68V

G8M

28S
T8A

60S ribosomal protein L.14-A

e Molecule 43

13%

37%

48%

%
B

Chain DN

LTTH
9zTh
14 't
0ZTA
81Td

(A%
TV

wo1Y
€0TI

00TV
96V
06A
68Y
88Y

S8M

T8s
181

LLY

27X}

L15-A

1n

60S ribosomal protei

e Molecule 44

8%

26%

62%

10 ©
<
a A

Chain BO

TN
TTTA

o
[e ]
M=

TeY
0E€X

TCd

L1a
918

OLTH
SLIN

€L1D
cL1Y

99TV

911

ToTV
0973
69TYH
89TH

60S ribosomal protein L15-A

9GTH

€410a

6%IN

441

(47433

8ETH

e Molecule 44

9€1a
SETA

LTTR

8%

25%

63%

2%
B

Chain DO

1428
0TTH

L8714

S8TV

OLTH

€L1D
cLTd

99TV

7911

19TV
0973

8GTH

60S ribosomal prote

9GTH

€41d

67T

j44%S

(47499

3

e Molecule 45

9eTa
SETA

LTTR

{441

L16-A

1n

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AVTR

Page 88

26%

68%

Chain BP

80TI

0073

86V

961

ved
£6Y

£8Y
8

LLS

96a

9TA

YTH

(438

9A

L

S6TV

€610
06TA
6810
881S
LLTY

9974

¥918
€918

671X

LYTH

8ETT

YeETN

3

0ETH
6211
8CTYH

9TTA
ScTd

(441}

e Molecule 45

0TTA

9TTY
STTA

CIIk

60S ribosomal protein L.16-A

25%

68%

%
i

Chain DP

69D

9931

2oL
19V

3

LG4
6€3
8EY
LY
(458
€TA

611

9TA

YTH

(43

9A

L

S6TV

16TV

881§

081§

3

9913
SOTV

€918

6%TR

LYTH

8ETT

YETA

3

60S ribosomal prote

0ETH
6211
8CTYH

9TTA
STy

(444

e Molecule 46

0ZTA

9TTH

L17-A

1n

16%

26%

57%

Chain BQ

(439
TN
OTTL
60TV

907D
SO

9GY

6CL

€1
cTv
T1d
OTN
6L
85
LL

29

vara

€¥1d
Tvis

€ETH
CETY

92TYH

TV

1210

8TTh

Y1IA

60S ribosomal protein L17-A

e Molecule 46

16%

26%

58%

Chain DQ

4228
(2%
TTId
0TTL
60TV

901D
SOTYH

188
9831
S8Y
£8M
8LA
S.d
TLY
0LL
694
998
£94
63d
9GY
[4:p¢

8%

el
ey

Ted
o€y
62L
9zd
44}
0Zs
€11
(434
T1d

OTN
6L

i23

va1a

SYTH

60S ribosomal prote

e€¥1d
[474%3

CETV
oTTd
€C1d
(444
1270

8TTh

L18

11

e Molecule 47

23%

25%

49%

%
B

Chain BR

Y
)
B

964

R LDWIDE

64
€61

LSGTd

va1d
€474

L

A
SYIN

CeTd
TETV

L2117

11
€TTL

TTID

LITY

(4344
TT1Y
01TV
607D
80TV

7011
€01V

TOTA

w_ 0

PROTEIN DATA BANK



AVTR

23%

23%

50%

wwPDB X-ray Structure Validation Summary Report

2%

Chain DR: T

e Molecule 47: 60S ribosomal protein .18

Page 89

o LLN
° 9.1
° qL1
7LA
LI R o )
o TLA
. o s
X S o 0.8
3 €911 = ° < 69%
| ° o  [mesEn
ov1a o N L9A
[ | 99N
GETY LBTY -
HETH | | H9A
£ETY €911 [ |
[ | | | . 639
02N om:_ | egh
| 6T LGk
8TTY geTH | 9gd
[ | HETH agy
TCTH £eTY
| | /n
9011 08T S | zem
| so11 ez &
5074 8TTH I
| |
164 TCTH 891
| | < [ ows
919 06d 9011 ) 9%9
e €314 o) | » | sorT — |
o — < 11D — < 0T o evy
— ) [ | — o [ | — mﬁ
o zLE 961
= T4 B= [ | g 9
9%18 w [ | m 06d m geyl
apIn o L9V o [ | o ER
= [ ] = zL3 = | een
oF 093 = T8 oF zed
— - — - — 1€
< GSA © 09y < © I
S
TETY m m | | m 2 621
| @) ° o 55A ° o s .S
8TTY % % [ | ° % 1271
1211 ) £ey 3 8cy ° ) [ |
[ | — [ | = | | — Z4 1
v2T1 = 9zd = Lz o = [ ]
€211 m% mmn m% 9zd ° % mE
| Teir gza 01T
1210 © ocy © = | ° © otd 60TA
01 & 613 % — ozy & qTd mmz
. 81 6T ° fais
L1Tv < IR L0 = el e ' Sel Coen 669
[ ] <@ .. [ ] <@ .. LTA ° <@ s [431 86H
TITY = wn 434 = N ] ° = ) oL [ ]
1174 % an] [ | m..w [ €18 ° % m o1y mmq
oTTY 2 8y < 43} ° < 6S
6019 =) m [ | o nma [ | ° [} m 189
80TV EN €N °
.l M cm M S |
%011 ° O ° @) ° ° O 8L

26%

27%
RLDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

47%

e Molecule 49: 60S ribosomal protein L21-A

Chain DT



AVTR

wwPDB X-ray Structure Validation Summary Report

Page 90

693

LOA
99N

7oA

659D

LGR

96y
YGH
£4d

19D

8YI

9%

011X

e Molecule 50: 60S ribosomal protein L23

8074

207d

665
86H

.« 6%

28%

66%

Chain BU:

86N
L6a

G64
6%

T6A

884

98y

z8Y
18b

9%1

%S

[443

0¥

TEY

8TN

6TA

L11
919

€11

T1d

e Molecule 50: 60S ribosomal protein L23

SETA
YETID

T€1S

Lg1d

L11d

T1is

60TH

€01V

28%

65%

e Molecule 51: 60S ribosomal protein 1.24-A

Chain DU:

SETA
YETD

TEIS

Lg1d

L11d

T1is

€01V

86N

62%

21% 16%

Chain BV:

LGN
91

€GA
CSL

i42

62%

17%

20%

e Molecule 51: 60S ribosomal protein L.24-A
%

Chain DV:

L83
91

€9A
[4hn

S¥N

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AVTR

Page 91

e Molecule 52: 60S ribosomal protein 125

34%

21%

44%

Chain BW:

(42

094

8490a

SGN

- )
0 It}
= =

e Molecule 52: 60S ribosomal protein 125

%

Chain DW: ©

34%

23%

42%

(47

094

84d

SGN

€GH

TSA

671

8ETYH

0ETA
621a
8TTV

811D

911d
STTH

TTIN
OTTA

901a

v013

e Molecule 53: 60S ribosomal protein L26-A

2071

. 16%

19%

64%

Chain BX:

6171

9TTH

€TTY

90TI
SOTA

{45

00TH

Ll

269

£80

(A

9LT

TLS

99D

6GA
8GA

0G1

[470]

ved

STS

™
I\
.

2L
0zd
61X

STV

e Molecule 53: 60S ribosomal protein L26-A

2%

Chain DX: -

. 16%

17%

67%

6TTI

9TTH

€ITH

{495

00TH

269

£80

6LV
8.4

TLS

S9D

6GA
8GA

0GI

[470]

ved

STS

€2d

ocd
6TL

STV

e Molecule 54: 60S ribosomal protein L28

2%

Chain BY: =

—
5%

40%

55%

PLN

TLd
(8
691

99Y
S9b

€91
[42):4

09K

189
9GA

€94

TSD

67H

9%a
ShH
PPN
€91

O%H

LED
9€D

YEW

0€D

8CH
LTH

GTH

{4y
14

611

STA
YTH

(41

(0158
64

€S

™

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AVTR

Page 92

e Molecule 54: 60S ribosomal protein 1.28

%

Chain DY:

39%

57%

6.1

o - o
< 0 I
£ ] )

9%a
i
PN
5549

O0%H

LED
9€D

TEW

0€D

8CH
LTH

GCH

{449
114

611

STA
YTH

(4L

0¥

=)
<

|
- m
=B

CITI

COTI

86.L

961
§6S
w6V
£6S

1671
06X%

880

S8a

181

e Molecule 55: 60S ribosomal protein L30

2%

Chain BZ: -

—
7%

20%

L

73%

261

68A
88D

984

81
€831

e Molecule 55: 60S ribosomal protein L30

—
%

17%

76%

3%

Chain DZ: ™

T6I

681

984

781

T8A

LTA

STT

*

e Molecule 56: 60S ribosomal protein L31-A

6S

24%

30%

46%

Chain Ba:

88d

S8Y

284

6.4

LY

TlY

894

7oA
€90

To%
651

180

e Molecule 56: 60S ribosomal protein L31-A

24%

31%

45%

Chain Da:

e Molecule 57: 60S ribosomal protein 132

5%

39%

52%

Chain Bb:

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



AVTR

wwPDB X-ray Structure Validation Summary Report

Page 93

TN

STT1

01TV

6071

80TI

LOTA

€0TX

T01S

961

[428

68L

98L

8L
€83

36%

56%

%

e Molecule 57: 60S ribosomal protein L32
B

Chain Db:

TN

3

e Molecule 58: 60S ribosomal protein L35

STT1
01TV
6071
80TI
LOTA

YOTN
£0TY

1018
007I

961

68.L

43%

11%

44%

Chain Bec:

Yol

[ap]

—

)

or—

)

a9y s

o

(o}

—

0%s ©
eed g
8€Y Q
€8 %
gex =2
web —

| P!
821 ]
mum ©
8Ty =%
Lo ol
91 i)

| =
TTL O

| =

oy )

A M
r °

43%

.

8%

47%

%
B

Chain Dec:

SOV

0%S

8€Y

18%

35%

45%

e Molecule 59: 60S ribosomal protein L37-A

Chain Bd:

099D

89L

[4sps

08D

8CH

9Ts
S

(44

0ZN

18%

35%

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

47%

e Molecule 59: 60S ribosomal protein L37-A

Chain Dd:



Page 94 wwPDB X-ray Structure Validation Summary Report AVTR

e Molecule 60: 60S ribosomal protein 39
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e Molecule 63: Unassigned secondary structure

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

e Molecule 63: Unassigned secondary structure

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

e Molecule 64: Unassigned secondary structure

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

e Molecule 64: Unassigned secondary structure

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

e Molecule 65: Unassigned secondary structure

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

e Molecule 65: Unassigned secondary structure

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

e Molecule 66: Unassigned secondary structure

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

e Molecule 67: Unassigned secondary structure

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

e Molecule 68: Unassigned secondary structure
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Chain Bn: 100%
There are no outlier residues recorded for this chain.

e Molecule 69: Unassigned secondary structure

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

e Molecule 70: Unassigned secondary structure

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

e Molecule 71: Unassigned secondary structure

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

e Molecule 72: 60S ribosomal protein 112
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4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 437.11A 288.38A 306.56A .
Depositor
a, b, c, a, B,y 90.00° 99.13° 90.00°
Resolution (4 oo 400 | EDS
% Data completeness (Not available) (268.00-4.00) Depositor
(in resolution range) 97.9 (268.66-4.00) EDS
Rinerge (Not available) Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.57 (at 4.02A) Xtriage
Refinement program PHENIX Depositor
R R 0.278 , 0.341 Depositor
» Phfree 0.283 . 0.343 DCC
Rfree test set 12353 reflections (2.00%) wwPDB-VP
Wilson B-factor (A?) 147.1 Xtriage
Anisotropy 0.257 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.16 , 252.2 EDS
L-test for twinning” <I|L| > =042, < L?> =10.25 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.87 EDS
Total number of atoms 309610 wwPDB-VP
Average B, all atoms (A?) 139.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson

function is 1.68% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.

2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,

and 0.375, 0.2 for perfectly twinned datasets.

WO RLDWIDE

PROTEIN DATA BANK
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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:
OHX

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 AL | 077 | 20/42619 (0.0%) | 1.32 | 552/66408 (0.8%)
1 Cl | 0.83 | 25/42619 (0.1%) | 1.37 | 627/66408 (0.9%)
2 | AA | 045 0,/1089 0.86 | 16/1517 (1.1%)
2 | CA | 050 0/1089 0.87 | 15/1517 (1.0%)
3 | AB | 054 0/1073 0.91 13/1488 (0.9%)
3 | CB | 056 0/1073 0.91 10/1488 (0.7%)
1 | AC | 050 0,927 0.68 4/1286 (0.3%)
1 | CC | 047 0/927 0.67 4/1286 (0.3%)
5 | AD | 045 0/834 0.71 5/1159 (0.4%)
5 | CD | 050 0/834 0.79 5/1159 (0.4%)
6 | AE | 0.49 0/775 0.70 3/1077 (0.3%)
6 | CE | 053 0/775 0.73 3/1077 (0.3%)
7 | AF | 0.60 0/381 0.88 3/530 (0.6%)
7 | CF | 059 0/381 0.90 4/530 (0.8%)
8 | AG | 051 0/579 0.78 5/806 (0.6%)
8 | CG | 052 0/579 0.79 5/806 (0.6%)
o | AH | 043 0/626 0.71 17867 (0.5%)
9 | CH | 044 0/626 0.72 47867 (0.5%)
10 | AT | 045 0/595 0.90 8/826 (1.0%)
10 | CI | 052 0/595 0.91 7/826 (0.8%)
11 | AJ | 049 0,/657 0.78 5/911 (0.5%)
11 | CI | 055 0,/657 0.81 5/911 (0.5%)
12 | AK | 0.44 0/331 0.74 27460 (0.4%)
12 | CK | 04l 0/331 0.70 27460 (0.4%)
13 | AL | 047 0/589 0.70 27816 (0.2%)
13 | CL | 050 0/589 0.72 27816 (0.2%)
14 | AM | 054 0/518 0.83 3/715 (0.4%)
14 | CM | 068 1/518 (0.2%) 0.89 3/715 (0.4%)
15 | AN | 051 0/550 0.84 5/766 (0.7%)
15 | CN | 052 0/550 0.86 5/766 (0.7%)
16 | AO | 053 0/621 0.83 3/860 (0.3%)
16 | CO | 056 0/621 0.85 3/860 (0.3%)
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. Bond lengths Bond angles

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

17 AP 0.61 0/565 0.92 4/781 (0.5%)
17 CP 0.68 0/565 0.97 5/781 (0.6%)
18 AQ 0.41 0/331 0.68 2/460 (0.4%)
18 CQ 0.44 0/311 0.74 2/432 (0.5%)
19 AR 0.40 0/229 0.63 1/316 (0.3%)
19 CR 0.42 0/229 0.68 1/316 (0.3%)
20 AS 0.54 0/189 0.70 0/260

20 CS 0.58 0/189 0.73 0/260

21 AT 0.43 0/1541 0.61 8/2141 (0.4%)
21 CT 0.45 0/1541 0.61 8/2141 (0.4%)
29 B1 1.11 229/76764 (0.3%) 1.79 | 2866/119684 (2.4%)
29 D1 1.08 | 218/76764 (0.3%) 1.75 | 2607/119684 (2.2%)
30 B2 1.06 8/2883 (0.3%) 1.70 90/4491 (2.0%)
30 D2 1.17 10/2883 (0.3%) 1.84 112/4491 (2.5%)
31 B3 0.91 6,/3746 (0.2%) 1.41 64/5832 (1.1%)
31 D3 0.79 1/3746 (0.0%) 1.28 40/5832 (0.7%)
32 BA 0.34 0/1054 0.63 9/1468 (0.6%)
32 DA 0.33 0/1054 0.61 9/1468 (0.6%)
33 BB 0.62 0/1103 0.92 11/1501 (0.7%)
33 DB 0.53 0/1103 0.87 11/1501 (0.7%)
34 BC 0.70 0/1790 1.05 9/2487 (0.4%)
34 DC 0.76 0/1790 1.08 12/2487 (0.5%)
35 BD 0.67 0/1311 0.95 9/1817 (0.5%)
35 DD 0.55 0/1311 0.90 12/1817 (0.7%)
36 BE 0.53 0/1411 0.93 9/1960 (0.5%)
36 DE 0.59 0/1411 0.97 9/1960 (0.5%)
37 BF 0.76 0/872 1.20 10/1215 (0.8%)
37 DF 0.85 0/872 1.21 12/1215 (1.0%)
38 BG 0.73 0/1059 1.06 8/1471 (0.5%)
38 DG 0.75 0/1059 1.05 9/1471 (0.6%)
39 BH 0.48 0/855 0.79 6/1190 (0.5%)
39 DH 0.45 0/855 0.76 6/1190 (0.5%)
40 BI 0.64 0/941 0.86 4/1308 (0.3%)
40 DI 0.73 0/941 0.92 5/1308 (0.4%)
41 BJ 0.66 0/1025 0.89 8/1424 (0.6%)
41 DJ 0.71 0/1025 0.91 9/1424 (0.6%)
42 BK 0.56 0/809 0.86 5/1122 (0.4%)
42 DK 0.61 0/809 0.87 4/1122 (0.4%)
43 BN 0.71 0/592 1.05 6/823 (0.7%)
43 DN 0.82 0/592 1.14 6/823 (0.7%)
44 BO 0.59 0/922 0.88 7/1282 (0.5%)
44 DO 0.51 0/922 0.86 7/1282 (0.5%)
45 BP 0.80 0/966 1.12 10/1343 (0.7%)
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. Bond lengths Bond angles
Mol | Chain | p\ o7 #|Z| >5 RMSZ #Z| >5
45 DP 0.84 1/966 (0.1%) 1.14 12/1343 (0.9%)
46 BQ 0.72 0/760 0.94 5/1057 (0.5%)
46 DQ 0.65 0/760 0.87 4/1057 (0.4%)
47 BR 0.70 0/705 1.00 6,/980 (0.6%)
47 DR 0.60 0/705 0.94 7/980 (0.7%)
48 BS 0.52 0/930 0.63 2/1295 (0.2%)
48 DS 0.48 0/930 0.58 2/1295 (0.2%)
49 BT 0.68 0/585 0.85 0/812
49 DT 0.70 0/585 0.87 0/812
50 BU 0.63 0/630 0.86 5/872 (0.6%)
50 DU 0.75 0/630 0.93 5/872 (0.6%)
51 BV 0.54 0/290 0.84 2/402 (0.5%)
o1 DV 0.58 0/290 0.85 2/402 (0.5%)
52 BW 0.55 0/467 0.84 2/651 (0.3%)
52 DW 0.49 0/467 0.81 3/651 (0.5%)
53 BX 0.55 0/529 0.78 4/736 (0.5%)
53 DX 0.49 0/529 0.74 3/736 (0.4%)
54 BY 0.70 0/726 1.10 9/1004 (0.9%)
54 DY 0.62 0/726 1.03 8/1004 (0.8%)
55 BZ 0.49 0/480 0.62 1/665 (0.2%)
55 DZ 0.46 0/480 0.62 1/665 (0.2%)
56 Ba 0.62 0/424 0.94 3/589 (0.5%)
56 Da 0.59 0/424 0.92 3/589 (0.5%)
57 Bb 0.72 0/617 1.13 6,/858 (0.7%)
57 Db 0.61 0/617 1.07 6,/858 (0.7%)
58 Bce 0.53 0/338 0.82 2/471 (0.4%)
58 Dc 0.45 0/338 0.74 2/471 (0.4%)
59 Bd 0.63 0/351 0.97 2/485 (0.4%)
59 Dd 0.54 0/351 0.89 2/485 (0.4%)
60 Be 0.59 0/239 0.85 2/333 (0.6%)
60 De 0.46 0/239 0.79 2/333 (0.6%)
61 Bf 0.47 0/466 0.68 2/646 (0.3%)
61 Df 0.39 0/466 0.66 2/646 (0.3%)
62 Bg 0.53 0/406 0.74 1/562 (0.2%)
62 Dg 0.49 0/406 0.67 0/562
72 DL 0.42 0/678 0.75 7/941 (0.7%)
73 DM 0.48 0/639 0.76 4/886 (0.5%)
All All 0.92 | 519/326627 (0.2%) | 1.50 | 7498/496371 (1.5%)

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.
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Mol | Chain | #Chirality outliers | #2Planarity outliers
3 AB 0 2
3 CB 0 2
17 AP 0 1
17 CP 0 1
18 AQ 0 1
18 CQ 0 1
22 Bo 0 1
23 Ab 0 1
23 Cb 0 1
24 Ac 0 1
29 B1 0 3
29 D1 0 3
34 BC 0 5
34 DC 0 6
35 BD 0 1
35 DD 0 2
36 BE 0 1
36 DE 0 1
37 BF 0 4
37 DF 0 4
38 BG 0 1
38 DG 0 1
42 BK 0 1
42 DK 0 1
44 DO 0 1
45 BP 0 4
45 DP 0 5
49 BT 0 1
49 DT 0 1
51 BV 0 1
51 DV 0 1
54 BY 0 2
54 DY 0 2
o6 Ba 0 1
56 Da 0 1
57 Bb 0 1
57 Db 0 1
All All 0 68

The worst 5 of 519 bond length outliers are listed below:

Mol

Chain

Res

Type

Atoms

Z

Observed(A)

Ideal(A)

29

D1

3243

A

N9-C4

13.96

1.46

1.37

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

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
29 D1 308 A C6-N1 | -13.36 1.26 1.35
29 B1 3184 A C6-N1 | -12.55 1.26 1.35
29 Bl 308 A C6-N1 | -11.80 1.27 1.35
29 D1 2845 A C6-N1 | -11.64 1.27 1.35

The worst 5 of 7498 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(?)
29 D1 244 G N1-C6-0O6 | 43.40 145.94 119.90
29 B1 244 G N1-C6-06 | 41.87 145.02 119.90
29 D1 2845 A N1-C6-N6 | 40.75 143.05 118.60
29 D1 2845 A C6-N1-C2 | 39.78 142.47 118.60
29 B1 2845 A N1-C6-N6 | 39.33 142.20 118.60

There are no chirality outliers.

5 of 68 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
3 AB 224 | PHE | Peptide
3 AB 225 | LEU | Peptide
17 AP 28 | ASN | Peptide
18 AQ 41 ILE | Peptide
23 Ab 14 | UNK | Peptide

5.2 Too-close contacts (i)

Due to software issues we are unable to calculate clashes - this section is therefore empty.

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.
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Continued from previous page...

Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
18 AQ 65/108 (60%) 28 (43%) 21 (32%) 16 (25%) |
18 CQ 61/108 (56%) 28 (46%) 18 (30%) 15 (25%)
19 AR 45/67 (67%) 17 (38%) 12 (27%) 16 (36%)
19 CR 45/67 (67%) 17 (38%) 11 (24%) 17 (38%)
20 AS 37/56 (66%) 8 (22%) 14 (38%) 15 (40%)
20 CS 37/56 (66%) 8 (22%) 13 (35%) 16 (43%)
21 AT 309/319 (97%) 180 (58%) 71 (23%) 58 (19%)
21 CcT 309/319 (97%) 184 (60%) 66 (21%) 59 (19%)
32 BA 211/217 (97%) 76 (36%) 67 (32%) 68 (32%)
32 DA 211/217 (97%) 76 (36%) 79 (37%) 56 (26%)
33 BB 228/254 (90%) 80 (35%) 55 (24%) 93 (41%)
33 DB 228/254 (90%) 83 (36%) 55 (24%) 90 (40%)
34 BC 362/387 (94%) 112 (31%) | 100 (28%) | 150 (41%)
34 DC 362/387 (94%) 109 (30%) | 102 (28%) | 151 (42%)
35 BD 266/362 (74%) 111 (42%) 79 (30%) 76 (29%)
35 DD 266/362 (74%) 109 (41%) 78 (29%) 79 (30%)
36 BE 285/297 (96%) 108 (38%) 82 (29%) 95 (33%)
36 DE 285/297 (96%) 105 (37%) 79 (28%) 101 (35%)
37 BF 174/176 (99%) 44 (25%) 62 (36%) 68 (39%)
37 DF 174/176 (99%) 43 (25%) 61 (35%) 70 (40%)
38 BG 211/244 (86%) 85 (40%) 62 (29%) 64 (30%)
38 DG 211/244 (86%) 89 (42%) 60 (28%) 62 (29%)
39 BH 171/256 (67%) 59 (34%) 58 (34%) 54 (32%)
39 DH 171/256 (67%) 60 (35%) 62 (36%) 49 (29%)
40 BI 189/191 (99%) 76 (40%) 60 (32%) 53 (28%)
40 DI 189/191 (99%) 79 (42%) 57 (30%) 53 (28%)
41 BJ 204/221 (92%) 80 (39%) 52 (26%) 72 (35%)
41 DJ 204/221 (92%) 75 (37%) 55 (27%) 74 (36%)
42 BK 163/174 (94%) 57 (35%) 42 (26%) 64 (39%)
42 DK 163/174 (94%) 56 (34%) 46 (28%) 61 (37%)
43 BN 118/138 (86%) 27 (23%) 44 (37%) 47 (40%)

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

Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
43 DN 118/138 (86%) 28 (24%) |
44 BO 185/204 (91%) 77 (42%)
44 DO 185/204 (91%) 76 (41%)
45 BP 194/199 (98%) 81 (42%)
45 DP 194/199 (98%) 77 (40%)
46 BQ 152/184 (83%) 62 (41%)
46 DQ 152/184 (83%) 62 (41%)
47 BR 141/186 (76%) 63 (45%)
47 DR 141/186 (76%) 59 (42%)
48 BS 186/189 (98%) 104 (56%)
48 DS 186/189 (98%) 101 (54%)
49 BT 117/160 (73%) 53 (45%)
49 DT 117/160 (73%) 50 (43%)
50 BU 127/137 (93%) 64 (50%)
50 DU 127/137 (93%) 70 (55%)
51 BV 57/155 (37%) 14 (25%)
51 DV 57/155 (37%) 15 (26%)
52 BW 92/142 (65%) 30 (33%)
52 DW 92/142 (65%) 32 (35%)
53 BX 105/127 (83%) 53 (50%)
53 DX 105/127 (83%) 55 (52%)
54 BY 147/149 (99%) 37 (25%)
54 DY 147/149 (99%) 36 (24%)
55 BZ 96/105 (91%) 48 (50%)
55 DZ 96,/105 (91%) 51 (53%)
56 Ba 84/113 (74%) 27 (32%)
56 Da 84/113 (74%) 25 (30%)
57 Bb 123/130 (95%) 39 (32%)
57 Db 123/130 (95%) 41 (33%)
58 Bce 66,/120 (55%) 28 (42%)
58 Dc 66/120 (55%) 28 (42%)

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

Percentiles

Mol | Chain Analysed Favoured | Allowed Outliers
59 Bd 70/88 (80%) 19 (27%) 20 (29%) 31 (44%)
59 Dd 70/88 (80%) 17 (24%) 24 (34%) 29 (41%)
60 Be 46/51 (90%) 25 (54%) 8 (17%) 13 (28%)
60 De 46/51 (90%) 22 (48%) 12 (26%) 12 (26%)
61 Bf 93/106 (88%) 37 (40%) 28 (30%) 28 (30%)
61 Df 93/106 (88%) 37 (40%) 28 (30%) 28 (30%)
62 Bg 81/92 (88%) 31 (38%) 27 (33%) 23 (28%)
62 Dg 81/92 (88%) 32 (40%) 24 (30%) 25 (31%)
72 DL 136/165 (82%) 42 (31%) 42 (31%) 52 (38%)
73 DM 126/312 (40%) 48 (38%) 31 (25%) 47 (37%)
All All 14930/18123 (82%) | 5798 (39%) | 4273 (29%) | 4859 (32%)

5 of 4859 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 AA 11 PRO
2 AA 13 ASP
2 AA 14 ALA
2 AA 21 ASN
2 AA 24 LEU

5.3.2 Protein sidechains ()

There are no protein residues with a non-rotameric sidechain to report in this entry.

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 Al 1787/1800 (99%) 1003 (56%) 148 (8%)
1 C1 1787/1800 (99%) 990 (55%) 150 (8%)

29 B1 3203/3396 (94%) 1725 (53%) 259 (8%)

29 D1 3203/3396 (94%) 1714 (53%) 257 (8%)

30 | B2 120/121 (99%) 70 (58%) 12 (10%)

30 D2 120/121 (99%) 66 (55%) 12 (10%)

31 B3 157/158 (99%) 80 (50%) 9 (5%)

31 D3 157/158 (99%) 79 (50%) 9 (5%)

All All 10534/10950 (96%) 5727 (54%) 856 (8%)
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5 of 5727 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 Al 2 A
1 Al 3 U
1 Al 4 C
1 Al 7 G
1 Al 8 U

5 of 856 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
29 B1 3179 U
1 C1 400 A
29 D1 3038 U
29 B1 3303 G
1 C1 65 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 monosaccharides in this entry.

5.6 Ligand geometry (i)

715 ligands are modelled in this entry.

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

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

Bond lengths

Bond angles

Mol | Type | Chain | Res | Link Counts | RMSZ | #[Z| > 2 | Counts | RMSZ | #|Z]| > 2
74 | OHX Al 1988 - 0,6,6 0.00 - -
74 | OHX D1 3461 - 0,6,6 0.00 - -
74 | OHX D1 3517 - 0,6,6 0.00 - -
grbDe
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " RSz T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
74 | OHX Al 1998 - 0,6,6 0.00 - -
74 | OHX C1 1943 - 0,6,6 0.00 - -
74 | OHX C1 1993 - 0,6,6 0.00 - -
74 | OHX D1 3582 - 0,6,6 0.00 - -
74 | OHX D1 3595 - 0,6,6 0.00 - -
74 | OHX C1 1918 - 0,6,6 0.00 - -
74 | OHX B1 3416 - 0,6,6 0.00 - -
74 | OHX D1 3460 - 0,6,6 0.00 - -
74 | OHX Bl 3535 - 0,6,6 0.00 - -
74 | OHX D1 3609 - 0,6,6 0.00 - -
74 | OHX D1 3514 - 0,6,6 0.00 - -
74 | OHX D1 3402 - 0,6,6 0.00 - -
74 | OHX Al 1910 - 0,6,6 0.00 - -
74 | OHX C1 1977 - 0,6,6 0.00 - -
74 | OHX C1 1922 - 0,6,6 0.00 - -
74 | OHX Bl 3472 - 0,6,6 0.00 - -
74 | OHX D1 3597 - 0,6,6 0.00 - -
74 | OHX D1 3598 - 0,6,6 0.00 - -
74 | OHX Al 1950 - 0,6,6 0.00 - -
74 | OHX B1 3465 - 0,6,6 0.00 - -
74 | OHX B1 3492 - 0,6,6 0.00 - -
74 | OHX Al 1913 - 0,6,6 0.00 - -
74 | OHX B1 3407 - 0,6,6 0.00 - -
74 | OHX Bl 3529 - 0,6,6 0.00 - -
74 | OHX Bl 3532 - 0,6,6 0.00 - -
74 | OHX Al 2001 - 0,6,6 0.00 - -
74 | OHX DT 201 - 0,6,6 0.00 - -
74 | OHX Al 1912 - 0,6,6 0.00 - -
74 | OHX Bl 3526 - 0,6,6 0.00 - -
74 | OHX D3 209 - 0,6,6 0.00 - -
74 | OHX C1 1946 - 0,6,6 0.00 - -
74 | OHX Bl 3584 - 0,6,6 0.00 - -
74 | OHX D1 3606 - 0,6,6 0.00 - -
74 | OHX D1 3497 - 0,6,6 0.00 - -
74 | OHX Ac 100 - 0,6,6 0.00 - -
74 | OHX D1 3620 - 0,6,6 0.00 - -
74 | OHX B3 210 - 0,6,6 0.00 - -
74 | OHX D3 211 - 0,6,6 0.00 - -
74 | OHX Bl 3588 - 0,6,6 0.00 - -
74 | OHX Bl 3554 - 0,6,6 0.00 - -
74 | OHX B3 206 - 0,6,6 0.00 - -
74 | OHX D1 3504 - 0,6,6 0.00 - -
74 | OHX Al 1924 - 0,6,6 0.00 - -
$roe
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " RSz T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
74 | OHX B1 3475 - 0,6,6 0.00 - -
74 | OHX D1 3536 - 0,6,6 0.00 - -
74 | OHX B3 204 - 0,6,6 0.00 - -
74 | OHX D1 3502 - 0,6,6 0.00 - -
74 | OHX C1 1915 - 0,6,6 0.00 - -
74 | OHX C1 1928 - 0,6,6 0.00 - -
74 | OHX Bl 3575 - 0,6,6 0.00 - -
74 | OHX Al 1967 - 0,6,6 0.00 - -
74 | OHX B1 3459 - 0,6,6 0.00 - -
74 | OHX C1 1934 - 0,6,6 0.00 - -
74 | OHX D1 3592 - 0,6,6 0.00 - -
74 | OHX B1 3490 - 0,6,6 0.00 - -
74 | OHX Bl 3615 - 0,6,6 0.00 - -
74 | OHX D1 3485 - 0,6,6 0.00 - -
74 | OHX B1 3421 - 0,6,6 0.00 - -
74 | OHX D1 3499 - 0,6,6 0.00 - -
74 | OHX C1 1992 - 0,6,6 0.00 - -
74 | OHX Al 1985 - 0,6,6 0.00 - -
74 | OHX D1 3534 - 0,6,6 0.00 - -
74 | OHX B1 3499 - 0,6,6 0.00 - -
74 | OHX D1 3474 - 0,6,6 0.00 - -
74 | OHX C1 1979 - 0,6,6 0.00 - -
74 | OHX B1 3463 - 0,6,6 0.00 - -
74 | OHX AL 201 - 0,6,6 0.00 - -
74 | OHX Al 1938 - 0,6,6 0.00 - -
74 | OHX D1 3583 - 0,6,6 0.00 - -
74 | OHX Al 1953 - 0,6,6 0.00 - -
74 | OHX Al 1927 - 0,6,6 0.00 - -
74 | OHX D1 3550 - 0,6,6 0.00 - -
74 | OHX Al 1901 - 0,6,6 0.00 - -
74 | OHX D1 3581 - 0,6,6 0.00 - -
74 | OHX C1 1964 - 0,6,6 0.00 - -
74 | OHX C1 1994 - 0,6,6 0.00 - -
74 | OHX C1 1957 - 0,6,6 0.00 - -
74 | OHX D1 3542 - 0,6,6 0.00 - -
74 | OHX Bl 3564 - 0,6,6 0.00 - -
74 | OHX Bl 3446 - 0,6,6 0.00 - -
74 | OHX B3 201 - 0,6,6 0.00 - -
74 | OHX B1 3477 - 0,6,6 0.00 - -
74 | OHX D1 3563 - 0,6,6 0.00 - -
74 | OHX B1 3402 - 0,6,6 0.00 - -
74 | OHX D1 3575 - 0,6,6 0.00 - -
74 | OHX Bl 3570 - 0,6,6 0.00 - -
$roe
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " RSz T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
74 | OHX D1 3463 - 0,6,6 0.00 - -
74 | OHX D1 3437 - 0,6,6 0.00 - -
74 | OHX Bl 3571 - 0,6,6 0.00 - -
74 | OHX D1 3530 - 0,6,6 0.00 - -
74 | OHX Bl 3509 - 0,6,6 0.00 - -
74 | OHX D2 204 - 0,6,6 0.00 - -
74 | OHX D1 3546 - 0,6,6 0.00 - -
74 | OHX B1 3408 - 0,6,6 0.00 - -
74 | OHX D1 3494 - 0,6,6 0.00 - -
74 | OHX D3 201 - 0,6,6 0.00 - -
74 | OHX Bl 3428 - 0,6,6 0.00 - -
74 | OHX B1 3511 - 0,6,6 0.00 - -
74 | OHX C1 1905 - 0,6,6 0.00 - -
74 | OHX BO 301 - 0,6,6 0.00 - -
74 | OHX Bl 3619 - 0,6,6 0.00 - -
74 | OHX D1 3452 - 0,6,6 0.00 - -
74 | OHX B3 209 - 0,6,6 0.00 - -
74 | OHX Bl 3443 - 0,6,6 0.00 - -
74 | OHX D1 3445 - 0,6,6 0.00 - -
74 | OHX D1 3436 - 0,6,6 0.00 - -
74 | OHX B1 3486 - 0,6,6 0.00 - -
74 | OHX C1 1950 - 0,6,6 0.00 - -
74 | OHX B3 212 - 0,6,6 0.00 - -
74 | OHX Bl 3444 - 0,6,6 0.00 - -
74 | OHX Al 1962 - 0,6,6 0.00 - -
74 | OHX C1 1931 - 0,6,6 0.00 - -
74 | OHX B1 3420 - 0,6,6 0.00 - -
74 | OHX B1 3437 - 0,6,6 0.00 - -
74 | OHX B1 3621 - 0,6,6 0.00 - -
74 | OHX B1 3467 - 0,6,6 0.00 - -
74 | OHX Bl 3519 - 0,6,6 0.00 - -
74 | OHX D1 3509 - 0,6,6 0.00 - -
74 | OHX Bl 3508 - 0,6,6 0.00 - -
74 | OHX D1 3466 - 0,6,6 0.00 - -
74 | OHX D1 3467 - 0,6,6 0.00 - -
74 | OHX Bl 3579 - 0,6,6 0.00 - -
74 | OHX D1 3508 - 0,6,6 0.00 - -
74 | OHX C1 1945 - 0,6,6 0.00 - -
74 | OHX D1 3574 - 0,6,6 0.00 - -
74 | OHX Bl 3586 - 0,6,6 0.00 - -
74 | OHX Al 1968 - 0,6,6 0.00 - -
74 | OHX B1 3470 - 0,6,6 0.00 - -
74 | OHX Bl 3613 - 0,6,6 0.00 - -
$roe
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " RSz T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
74 | OHX Al 1916 - 0,6,6 0.00 - -
74 | OHX B1 3404 - 0,6,6 0.00 - -
74 | OHX Bl 3431 - 0,6,6 0.00 - -
74 | OHX Al 1903 - 0,6,6 0.00 - -
74 | OHX Bl 3597 - 0,6,6 0.00 - -
74 | OHX C1 1999 - 0,6,6 0.00 - -
74 | OHX C1 1907 - 0,6,6 0.00 - -
74 | OHX Bl 3592 - 0,6,6 0.00 - -
74 | OHX C1 1983 1 0,6,6 0.00 - -
74 | OHX D1 3594 - 0,6,6 0.00 - -
74 | OHX D1 3490 - 0,6,6 0.00 - -
74 | OHX Bl 3561 - 0,6,6 0.00 - -
74 | OHX B3 211 - 0,6,6 0.00 - -
74 | OHX Al 1918 - 0,6,6 0.00 - -
74 | OHX Bl 3540 - 0,6,6 0.00 - -
74 | OHX Bl 3533 - 0,6,6 0.00 - -
74 | OHX Bl 3541 - 0,6,6 0.00 - -
74 | OHX Bl 3595 - 0,6,6 0.00 - -
74 | OHX C1 1962 - 0,6,6 0.00 - -
74 | OHX D3 202 - 0,6,6 0.00 - -
74 | OHX C1 1914 - 0,6,6 0.00 - -
74 | OHX D1 3559 - 0,6,6 0.00 - -
74 | OHX B2 208 - 0,6,6 0.00 - -
74 | OHX Bl 3593 - 0,6,6 0.00 - -
74 | OHX Al 1923 - 0,6,6 0.00 - -
74 | OHX B1 3409 - 0,6,6 0.00 - -
74 | OHX D1 3519 - 0,6,6 0.00 - -
74 | OHX Bl 3569 - 0,6,6 0.00 - -
74 | OHX Bl 3558 - 0,6,6 0.00 - -
74 | OHX Al 1925 - 0,6,6 0.00 - -
74 | OHX D1 3420 - 0,6,6 0.00 - -
74 | OHX D1 3616 - 0,6,6 0.00 - -
74 | OHX Bl 3605 - 0,6,6 0.00 - -
74 | OHX Al 1982 - 0,6,6 0.00 - -
74 | OHX D1 3568 - 0,6,6 0.00 - -
74 | OHX Al 1931 1 0,6,6 0.00 - -
74 | OHX D1 3540 - 0,6,6 0.00 - -
74 | OHX D1 3457 - 0,6,6 0.00 - -
74 | OHX D1 3403 - 0,6,6 0.00 - -
74 | OHX B1 3484 - 0,6,6 0.00 - -
74 | OHX Al 1915 - 0,6,6 0.00 - -
74 | OHX C1 1982 - 0,6,6 0.00 - -
74 | OHX C1 1969 - 0,6,6 0.00 - -
$roe
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " RSz T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
74 | OHX D1 3422 - 0,6,6 0.00 - -
74 | OHX Al 1961 - 0,6,6 0.00 - -
74 | OHX D1 3614 - 0,6,6 0.00 - -
74 | OHX Bl 3464 - 0,6,6 0.00 - -
74 | OHX B1 3497 - 0,6,6 0.00 - -
74 | OHX B1 3438 - 0,6,6 0.00 - -
74 | OHX D1 3556 - 0,6,6 0.00 - -
74 | OHX Bl 3566 - 0,6,6 0.00 - -
74 | OHX Bl 3563 - 0,6,6 0.00 - -
74 | OHX Al 1983 - 0,6,6 0.00 - -
74 | OHX C1 1944 - 0,6,6 0.00 - -
74 | OHX B1 3495 - 0,6,6 0.00 - -
74 | OHX Al 1909 - 0,6,6 0.00 - -
74 | OHX D1 3573 - 0,6,6 0.00 - -
74 | OHX Bl 3527 - 0,6,6 0.00 - -
74 | OHX D1 3458 - 0,6,6 0.00 - -
74 | OHX D1 3442 - 0,6,6 0.00 - -
74 | OHX Bl 3427 - 0,6,6 0.00 - -
74 | OHX C1 1908 - 0,6,6 0.00 - -
74 | OHX Bl 3581 - 0,6,6 0.00 - -
74 | OHX D1 3476 - 0,6,6 0.00 - -
74 | OHX DO 301 - 0,6,6 0.00 - -
74 | OHX D1 3547 - 0,6,6 0.00 - -
74 | OHX D1 3623 - 0,6,6 0.00 - -
74 | OHX C1 1949 - 0,6,6 0.00 - -
74 | OHX D1 3408 - 0,6,6 0.00 - -
74 | OHX Bl 3555 - 0,6,6 0.00 - -
74 | OHX D3 212 - 0,6,6 0.00 - -
74 | OHX B1 3544 - 0,6,6 0.00 - -
74 | OHX D1 3545 - 0,6,6 0.00 - -
74 | OHX D1 3544 - 0,6,6 0.00 - -
74 | OHX D1 3411 - 0,6,6 0.00 - -
74 | OHX C1 1989 - 0,6,6 0.00 - -
74 | OHX B1 3403 - 0,6,6 0.00 - -
74 | OHX Bl 3608 - 0,6,6 0.00 - -
74 | OHX Al 1934 - 0,6,6 0.00 - -
74 | OHX Bl 3412 - 0,6,6 0.00 - -
74 | OHX Al 1957 - 0,6,6 0.00 - -
74 | OHX B1 3418 - 0,6,6 0.00 - -
74 | OHX D1 3503 - 0,6,6 0.00 - -
74 | OHX D2 202 - 0,6,6 0.00 - -
74 | OHX Bl 3523 - 0,6,6 0.00 - -
74 | OHX B1 3473 - 0,6,6 0.00 - -
$roe
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " RSz T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
74 | OHX C1 1990 - 0,6,6 0.00 - -
74 | OHX Bl 3574 - 0,6,6 0.00 - -
74 | OHX D1 3611 - 0,6,6 0.00 - -
74 | OHX D1 3481 - 0,6,6 0.00 - -
74 | OHX Bl 3596 - 0,6,6 0.00 - -
74 | OHX D1 3435 - 0,6,6 0.00 - -
74 | OHX B1 3454 - 0,6,6 0.00 - -
74 | OHX B3 203 - 0,6,6 0.00 - -
74 | OHX Bl 3510 - 0,6,6 0.00 - -
74 | OHX Bg 101 - 0,6,6 0.00 - -
74 | OHX Bl 3424 - 0,6,6 0.00 - -
74 | OHX C1 1976 - 0,6,6 0.00 - -
74 | OHX Bl 3618 - 0,6,6 0.00 - -
74 | OHX Al 1954 - 0,6,6 0.00 - -
74 | OHX Al 1951 - 0,6,6 0.00 - -
74 | OHX Bl 3557 - 0,6,6 0.00 - -
74 | OHX D1 3475 - 0,6,6 0.00 - -
74 | OHX B1 3479 - 0,6,6 0.00 - -
74 | OHX B1 3466 - 0,6,6 0.00 - -
74 | OHX B1 3415 - 0,6,6 0.00 - -
74 | OHX C1 1958 - 0,6,6 0.00 - -
74 | OHX CS 101 - 0,6,6 0.00 - -
74 | OHX C1 1951 - 0,6,6 0.00 - -
74 | OHX D1 3486 - 0,6,6 0.00 - -
74 | OHX D1 3410 - 0,6,6 0.00 - -
74 | OHX D1 3580 - 0,6,6 0.00 - -
74 | OHX B1 3493 - 0,6,6 0.00 - -
74 | OHX Al 1993 - 0,6,6 0.00 - -
74 | OHX C1 1910 - 0,6,6 0.00 - -
74 | OHX Bl 3602 - 0,6,6 0.00 - -
74 | OHX D1 3450 - 0,6,6 0.00 - -
74 | OHX D1 3587 - 0,6,6 0.00 - -
74 | OHX AS 101 - 0,6,6 0.00 - -
74 | OHX D1 3529 - 0,6,6 0.00 - -
74 | OHX D1 3562 - 0,6,6 0.00 - -
74 | OHX Bl 3515 - 0,6,6 0.00 - -
74 | OHX D1 3537 - 0,6,6 0.00 - -
74 | OHX Bl 3513 - 0,6,6 0.00 - -
74 | OHX Bl 3552 - 0,6,6 0.00 - -
74 | OHX D1 3493 - 0,6,6 0.00 - -
74 | OHX Al 1908 - 0,6,6 0.00 - -
74 | OHX D1 3428 - 0,6,6 0.00 - -
74 | OHX C1 1906 - 0,6,6 0.00 - -
$roe
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " RSz T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
74 | OHX D1 3524 - 0,6,6 0.00 - -
74 | OHX B1 3612 - 0,6,6 0.00 - -
74 | OHX B3 205 - 0,6,6 0.00 - -
74 | OHX C1 1923 - 0,6,6 0.00 - -
74 | OHX C1 1929 - 0,6,6 0.00 - -
74 | OHX D2 201 - 0,6,6 0.00 - -
74 | OHX Bl 3539 - 0,6,6 0.00 - -
74 | OHX Bl 3599 - 0,6,6 0.00 - -
74 | OHX D1 3554 - 0,6,6 0.00 - -
74 | OHX D1 3487 - 0,6,6 0.00 - -
74 | OHX Bl 3568 - 0,6,6 0.00 - -
74 | OHX D1 3423 - 0,6,6 0.00 - -
74 | OHX D1 3495 - 0,6,6 0.00 - -
74 | OHX Bl 3547 - 0,6,6 0.00 - -
74 | OHX B1 3429 - 0,6,6 0.00 - -
74 | OHX Al 1999 - 0,6,6 0.00 - -
74 | OHX C1 1920 - 0,6,6 0.00 - -
74 | OHX AT 401 - 0,6,6 0.00 - -
74 | OHX C1 1973 - 0,6,6 0.00 - -
74 | OHX C1 1988 - 0,6,6 0.00 - -
74 | OHX B1 3401 - 0,6,6 0.00 - -
74 | OHX D1 3414 - 0,6,6 0.00 - -
74 | OHX Bl 3583 - 0,6,6 0.00 - -
74 | OHX Bl 3504 - 0,6,6 0.00 - -
74 | OHX D1 3603 - 0,6,6 0.00 - -
74 | OHX DC 401 - 0,6,6 0.00 - -
74 | OHX C1 1995 - 0,6,6 0.00 - -
74 | OHX C1 1985 - 0,6,6 0.00 - -
74 | OHX Bl 3518 - 0,6,6 0.00 - -
74 | OHX C1 1912 - 0,6,6 0.00 - -
74 | OHX C1 1933 - 0,6,6 0.00 - -
74 | OHX B1 3440 - 0,6,6 0.00 - -
74 | OHX B1 3439 - 0,6,6 0.00 - -
74 | OHX B1 3524 - 0,6,6 0.00 - -
74 | OHX B1 3471 - 0,6,6 0.00 - -
74 | OHX Al 1940 - 0,6,6 0.00 - -
74 | OHX Bl 3531 - 0,6,6 0.00 - -
74 | OHX Al 1926 - 0,6,6 0.00 - -
74 | OHX D1 3527 - 0,6,6 0.00 - -
74 | OHX D3 206 - 0,6,6 0.00 - -
74 | OHX D1 3449 - 0,6,6 0.00 - -
74 | OHX Bl 3590 - 0,6,6 0.00 - -
74 | OHX D1 3558 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " RSz T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
74 | OHX Bl 3517 - 0,6,6 0.00 - -
74 | OHX D1 3492 - 0,6,6 0.00 - -
74 | OHX D1 3593 - 0,6,6 0.00 - -
74 | OHX D1 3596 - 0,6,6 0.00 - -
74 | OHX Al 1970 - 0,6,6 0.00 - -
74 | OHX D1 3479 - 0,6,6 0.00 - -
74 | OHX D1 3477 - 0,6,6 0.00 - -
74 | OHX D1 3617 - 0,6,6 0.00 - -
74 | OHX Bl 3507 - 0,6,6 0.00 - -
74 | OHX Al 1946 - 0,6,6 0.00 - -
74 | OHX B1 3496 - 0,6,6 0.00 - -
74 | OHX C1 1909 - 0,6,6 0.00 - -
74 | OHX B1 3458 - 0,6,6 0.00 - -
74 | OHX C1 1948 - 0,6,6 0.00 - -
74 | OHX D3 205 - 0,6,6 0.00 - -
74 | OHX Bl 3617 - 0,6,6 0.00 - -
74 | OHX D1 3434 - 0,6,6 0.00 - -
74 | OHX D1 3471 - 0,6,6 0.00 - -
74 | OHX Bl 3545 - 0,6,6 0.00 - -
74 | OHX D1 3591 - 0,6,6 0.00 - -
74 | OHX D1 3444 - 0,6,6 0.00 - -
74 | OHX Dd 101 - 0,6,6 0.00 - -
74 | OHX C1 1986 - 0,6,6 0.00 - -
74 | OHX Al 1995 - 0,6,6 0.00 - -
74 | OHX Bl 3609 - 0,6,6 0.00 - -
74 | OHX D1 3539 - 0,6,6 0.00 - -
74 | OHX D1 3576 - 0,6,6 0.00 - -
74 | OHX B2 202 - 0,6,6 0.00 - -
74 | OHX Bl 3600 - 0,6,6 0.00 - -
74 | OHX C1 1936 - 0,6,6 0.00 - -
74 | OHX Bl 3543 - 0,6,6 0.00 - -
74 | OHX C1 1961 - 0,6,6 0.00 - -
74 | OHX Al 1929 - 0,6,6 0.00 - -
74 | OHX D1 3585 - 0,6,6 0.00 - -
74 | OHX D1 3555 - 0,6,6 0.00 - -
74 | OHX D1 3440 - 0,6,6 0.00 - -
74 | OHX C1 1981 - 0,6,6 0.00 - -
74 | OHX D1 3417 - 0,6,6 0.00 - -
74 | OHX D1 3526 - 0,6,6 0.00 - -
74 | OHX C1 1966 - 0,6,6 0.00 - -
74 | OHX D1 3404 - 0,6,6 0.00 - -
74 | OHX C1 1919 - 0,6,6 0.00 - -
74 | OHX Bl 3620 - 0,6,6 0.00 - -
$roe




Page 116 wwPDB X-ray Structure Validation Summary Report AVTR
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " RSz T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
74 | OHX B1 3426 - 0,6,6 0.00 - -
74 | OHX Bl 3559 - 0,6,6 0.00 - -
74 | OHX D1 3430 - 0,6,6 0.00 - -
74 | OHX Al 2002 - 0,6,6 0.00 - -
74 | OHX Al 1966 - 0,6,6 0.00 - -
74 | OHX C1 1971 - 0,6,6 0.00 - -
74 | OHX BC 401 - 0,6,6 0.00 - -
74 | OHX B1 3417 - 0,6,6 0.00 - -
74 | OHX Al 1917 - 0,6,6 0.00 - -
74 | OHX Bl 3434 - 0,6,6 0.00 - -
74 | OHX Dg 101 - 0,6,6 0.00 - -
74 | OHX C1 1952 - 0,6,6 0.00 - -
74 | OHX Al 1981 - 0,6,6 0.00 - -
74 | OHX D3 208 - 0,6,6 0.00 - -
74 | OHX D1 3465 - 0,6,6 0.00 - -
74 | OHX Al 1971 - 0,6,6 0.00 - -
74 | OHX Bd 101 - 0,6,6 0.00 - -
74 | OHX C1 1996 - 0,6,6 0.00 - -
74 | OHX Al 1986 - 0,6,6 0.00 - -
74 | OHX Al 1960 - 0,6,6 0.00 - -
74 | OHX D2 208 - 0,6,6 0.00 - -
74 | OHX Al 1932 - 0,6,6 0.00 - -
74 | OHX D1 3418 - 0,6,6 0.00 - -
74 | OHX D1 3412 - 0,6,6 0.00 - -
74 | OHX C1 1970 - 0,6,6 0.00 - -
74 | OHX B1 3414 - 0,6,6 0.00 - -
74 | OHX Bl 3567 - 0,6,6 0.00 - -
74 | OHX C1 1967 - 0,6,6 0.00 - -
74 | OHX D1 3624 - 0,6,6 0.00 - -
74 | OHX D1 3600 - 0,6,6 0.00 - -
74 | OHX Bl 3445 - 0,6,6 0.00 - -
74 | OHX Bd 102 - 0,6,6 0.00 - -
74 | OHX Bl 3548 - 0,6,6 0.00 - -
74 | OHX Bl 3565 - 0,6,6 0.00 - -
74 | OHX C1 1987 - 0,6,6 0.00 - -
74 | OHX D1 3415 - 0,6,6 0.00 - -
74 | OHX D1 3489 - 0,6,6 0.00 - -
74 | OHX Al 1919 - 0,6,6 0.00 - -
74 | OHX C1 1930 1 0,6,6 0.00 - -
74 | OHX Al 1945 - 0,6,6 0.00 - -
74 | OHX D1 3549 - 0,6,6 0.00 - -
74 | OHX D2 207 - 0,6,6 0.00 - -
74 | OHX Bl 3538 - 0,6,6 0.00 - -
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Page 117 wwPDB X-ray Structure Validation Summary Report AVTR
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " RSz T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
74 | OHX B1 3432 - 0,6,6 0.00 - -
74 | OHX D1 3584 - 0,6,6 0.00 - -
74 | OHX D1 3409 - 0,6,6 0.00 - -
74 | OHX Al 1904 - 0,6,6 0.00 - -
74 | OHX B1 3480 - 0,6,6 0.00 - -
74 | OHX D1 3541 - 0,6,6 0.00 - -
74 | OHX D1 3431 - 0,6,6 0.00 - -
74 | OHX Al 1987 - 0,6,6 0.00 - -
74 | OHX D1 3528 - 0,6,6 0.00 - -
74 | OHX D1 3566 - 0,6,6 0.00 - -
74 | OHX C1 2000 - 0,6,6 0.00 - -
74 | OHX C1 1925 - 0,6,6 0.00 - -
74 | OHX Bl 3580 - 0,6,6 0.00 - -
74 | OHX B2 206 - 0,6,6 0.00 - -
74 | OHX C1 1997 - 0,6,6 0.00 - -
74 | OHX C1 1939 - 0,6,6 0.00 - -
74 | OHX D1 3531 - 0,6,6 0.00 - -
74 | OHX Al 1930 - 0,6,6 0.00 - -
74 | OHX D3 210 - 0,6,6 0.00 - -
74 | OHX D1 3454 - 0,6,6 0.00 - -
74 | OHX D1 3512 - 0,6,6 0.00 - -
74 | OHX C1 1978 - 0,6,6 0.00 - -
74 | OHX B3 202 - 0,6,6 0.00 - -
74 | OHX C1 1901 - 0,6,6 0.00 - -
74 | OHX C1 1984 - 0,6,6 0.00 - -
74 | OHX Al 1939 - 0,6,6 0.00 - -
74 | OHX D1 3478 - 0,6,6 0.00 - -
74 | OHX B2 204 - 0,6,6 0.00 - -
74 | OHX B1 3462 - 0,6,6 0.00 - -
74 | OHX C1 1941 - 0,6,6 0.00 - -
74 | OHX D1 3484 - 0,6,6 0.00 - -
74 | OHX B1 3498 - 0,6,6 0.00 - -
74 | OHX B1 3483 - 0,6,6 0.00 - -
74 | OHX B1 3522 - 0,6,6 0.00 - -
74 | OHX Bl 3528 - 0,6,6 0.00 - -
74 | OHX D1 3625 - 0,6,6 0.00 - -
74 | OHX Bl 3501 - 0,6,6 0.00 - -
74 | OHX CI 201 - 0,6,6 0.00 - -
74 | OHX D1 3618 - 0,6,6 0.00 - -
74 | OHX D1 3571 - 0,6,6 0.00 - -
74 | OHX D1 3483 - 0,6,6 0.00 - -
74 | OHX Al 2000 - 0,6,6 0.00 - -
74 | OHX D1 3607 - 0,6,6 0.00 - -
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Page 118 wwPDB X-ray Structure Validation Summary Report AVTR
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " RSz T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
74 | OHX C1 1980 - 0,6,6 0.00 - -
74 | OHX B1 3476 - 0,6,6 0.00 - -
74 | OHX D1 3491 - 0,6,6 0.00 - -
74 | OHX C1 1955 - 0,6,6 0.00 - -
74 | OHX B2 207 - 0,6,6 0.00 - -
74 | OHX B1 3419 - 0,6,6 0.00 - -
74 | OHX B1 3453 - 0,6,6 0.00 - -
74 | OHX C1 1963 - 0,6,6 0.00 - -
74 | OHX D1 3522 - 0,6,6 0.00 - -
74 | OHX C1 1954 - 0,6,6 0.00 - -
74 | OHX D1 3447 - 0,6,6 0.00 - -
74 | OHX Al 1952 - 0,6,6 0.00 - -
74 | OHX D1 3543 - 0,6,6 0.00 - -
74 | OHX D1 3469 - 0,6,6 0.00 - -
74 | OHX D1 3446 - 0,6,6 0.00 - -
74 | OHX D2 203 - 0,6,6 0.00 - -
74 | OHX Bl 3591 - 0,6,6 0.00 - -
74 | OHX B1 3469 - 0,6,6 0.00 - -
74 | OHX B1 3512 - 0,6,6 0.00 - -
74 | OHX Bl 3603 - 0,6,6 0.00 - -
74 | OHX Al 1980 - 0,6,6 0.00 - -
74 | OHX Al 1948 - 0,6,6 0.00 - -
74 | OHX Al 1956 - 0,6,6 0.00 - -
74 | OHX C1 1926 - 0,6,6 0.00 - -
74 | OHX D1 3588 - 0,6,6 0.00 - -
74 | OHX Al 1911 - 0,6,6 0.00 - -
74 | OHX B1 3406 - 0,6,6 0.00 - -
74 | OHX B1 3433 - 0,6,6 0.00 - -
74 | OHX D1 3416 - 0,6,6 0.00 - -
74 | OHX D1 3413 - 0,6,6 0.00 - -
74 | OHX Bl 3546 - 0,6,6 0.00 - -
74 | OHX Bl 3520 - 0,6,6 0.00 - -
74 | OHX D1 3453 - 0,6,6 0.00 - -
74 | OHX B2 210 - 0,6,6 0.00 - -
74 | OHX B1 3449 - 0,6,6 0.00 - -
74 | OHX D1 3552 - 0,6,6 0.00 - -
74 | OHX D1 3501 - 0,6,6 0.00 - -
74 | OHX D2 206 - 0,6,6 0.00 - -
74 | OHX B1 3451 - 0,6,6 0.00 - -
74 | OHX D1 3473 - 0,6,6 0.00 - -
74 | OHX Al 1922 - 0,6,6 0.00 - -
74 | OHX DO 302 - 0,6,6 0.00 - -
74 | OHX Bl 3413 - 0,6,6 0.00 - -
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Page 119 wwPDB X-ray Structure Validation Summary Report AVTR
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " RSz T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
74 | OHX DJ 301 - 0,6,6 0.00 - -
74 | OHX C1 1927 - 0,6,6 0.00 - -
74 | OHX D1 3602 - 0,6,6 0.00 - -
74 | OHX Al 1978 - 0,6,6 0.00 - -
74 | OHX Al 1955 - 0,6,6 0.00 - -
74 | OHX Al 1907 - 0,6,6 0.00 - -
74 | OHX Al 1989 - 0,6,6 0.00 - -
74 | OHX Bl 3585 - 0,6,6 0.00 - -
74 | OHX D1 3564 - 0,6,6 0.00 - -
74 | OHX D1 3427 - 0,6,6 0.00 - -
74 | OHX Bl 3461 - 0,6,6 0.00 - -
74 | OHX D1 3464 - 0,6,6 0.00 - -
74 | OHX D1 3515 - 0,6,6 0.00 - -
74 | OHX Bl 3577 - 0,6,6 0.00 - -
74 | OHX Al 1976 - 0,6,6 0.00 - -
74 | OHX D1 3621 - 0,6,6 0.00 - -
74 | OHX C1 1965 - 0,6,6 0.00 - -
74 | OHX D1 3456 - 0,6,6 0.00 - -
74 | OHX D1 3548 - 0,6,6 0.00 - -
74 | OHX C1 1917 - 0,6,6 0.00 - -
74 | OHX B1 3436 - 0,6,6 0.00 - -
74 | OHX D1 3516 - 0,6,6 0.00 - -
74 | OHX D1 3429 - 0,6,6 0.00 - -
74 | OHX C1 1932 - 0,6,6 0.00 - -
74 | OHX D1 3590 - 0,6,6 0.00 - -
74 | OHX C1 1959 - 0,6,6 0.00 - -
74 | OHX D1 3518 - 0,6,6 0.00 - -
74 | OHX Bl 3530 - 0,6,6 0.00 - -
74 | OHX Bl 3506 - 0,6,6 0.00 - -
74 | OHX D1 3523 - 0,6,6 0.00 - -
74 | OHX D1 3610 - 0,6,6 0.00 - -
74 | OHX D1 3615 - 0,6,6 0.00 - -
74 | OHX D1 3589 - 0,6,6 0.00 - -
74 | OHX C1 1975 - 0,6,6 0.00 - -
74 | OHX D1 3551 - 0,6,6 0.00 - -
74 | OHX Al 1947 - 0,6,6 0.00 - -
74 | OHX Bl 3502 - 0,6,6 0.00 - -
74 | OHX B2 203 - 0,6,6 0.00 - -
74 | OHX D1 3513 - 0,6,6 0.00 - -
74 | OHX Bl 3578 - 0,6,6 0.00 - -
74 | OHX Bl 3594 - 0,6,6 0.00 - -
74 | OHX B1 3452 - 0,6,6 0.00 - -
74 | OHX D1 3439 - 0,6,6 0.00 - -
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Page 120 wwPDB X-ray Structure Validation Summary Report AVTR
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " RSz T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
74 | OHX B1 3435 - 0,6,6 0.00 - -
74 | OHX B1 3485 - 0,6,6 0.00 - -
74 | OHX D1 3612 - 0,6,6 0.00 - -
74 | OHX D1 3605 - 0,6,6 0.00 - -
74 | OHX Al 1975 - 0,6,6 0.00 - -
74 | OHX B2 209 - 0,6,6 0.00 - -
74 | OHX CS 102 - 0,6,6 0.00 - -
74 | OHX D1 3553 - 0,6,6 0.00 - -
74 | OHX D1 3421 - 0,6,6 0.00 - -
74 | OHX C1 1960 - 0,6,6 0.00 - -
74 | OHX Al 1996 - 0,6,6 0.00 - -
74 | OHX C1 1956 - 0,6,6 0.00 - -
74 | OHX C1 1903 - 0,6,6 0.00 - -
74 | OHX B1 3487 - 0,6,6 0.00 - -
74 | OHX C1 1953 - 0,6,6 0.00 - -
74 | OHX D1 3496 - 0,6,6 0.00 - -
74 | OHX Bl 3606 - 0,6,6 0.00 - -
74 | OHX Al 1972 - 0,6,6 0.00 - -
74 | OHX Al 1991 - 0,6,6 0.00 - -
74 | OHX D1 3482 - 0,6,6 0.00 - -
74 | OHX B1 3481 - 0,6,6 0.00 - -
74 | OHX Al 1964 - 0,6,6 0.00 - -
74 | OHX Bl 3604 - 0,6,6 0.00 - -
74 | OHX Bl 3410 - 0,6,6 0.00 - -
74 | OHX Bl 3549 - 0,6,6 0.00 - -
74 | OHX B1 3456 - 0,6,6 0.00 - -
74 | OHX D1 3448 - 0,6,6 0.00 - -
74 | OHX D1 3405 - 0,6,6 0.00 - -
74 | OHX Bl 3556 - 0,6,6 0.00 - -
74 | OHX Bl 3525 - 0,6,6 0.00 - -
74 | OHX B1 3457 - 0,6,6 0.00 - -
74 | OHX C1 1991 - 0,6,6 0.00 - -
74 | OHX D3 203 - 0,6,6 0.00 - -
74 | OHX B1 3491 - 0,6,6 0.00 - -
74 | OHX D1 3569 - 0,6,6 0.00 - -
74 | OHX D1 3572 - 0,6,6 0.00 - -
74 | OHX Bl 3550 - 0,6,6 0.00 - -
74 | OHX Al 1941 - 0,6,6 0.00 - -
74 | OHX B1 3489 - 0,6,6 0.00 - -
74 | OHX D1 3520 - 0,6,6 0.00 - -
74 | OHX C1 1972 - 0,6,6 0.00 - -
74 | OHX Al 1920 - 0,6,6 0.00 - -
74 | OHX Al 1984 - 0,6,6 0.00 - -
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Page 121 wwPDB X-ray Structure Validation Summary Report AVTR
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " RSz T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
74 | OHX D3 207 - 0,6,6 0.00 - -
74 | OHX D2 205 - 0,6,6 0.00 - -
74 | OHX D1 3472 - 0,6,6 0.00 - -
74 | OHX Bl 3521 - 0,6,6 0.00 - -
74 | OHX D1 3451 - 0,6,6 0.00 - -
74 | OHX D1 3599 - 0,6,6 0.00 - -
74 | OHX Bl 3576 - 0,6,6 0.00 - -
74 | OHX B1 3447 - 0,6,6 0.00 - -
74 | OHX BT 201 - 0,6,6 0.00 - -
74 | OHX Al 1943 - 0,6,6 0.00 - -
74 | OHX Bl 3442 - 0,6,6 0.00 - -
74 | OHX C1 1998 - 0,6,6 0.00 - -
74 | OHX B1 3514 - 0,6,6 0.00 - -
74 | OHX Al 1937 - 0,6,6 0.00 - -
74 | OHX D1 3557 - 0,6,6 0.00 - -
74 | OHX D1 3608 - 0,6,6 0.00 - -
74 | OHX D1 3533 - 0,6,6 0.00 - -
74 | OHX D1 3419 - 0,6,6 0.00 - -
74 | OHX Al 1990 - 0,6,6 0.00 - -
74 | OHX Al 1935 - 0,6,6 0.00 - -
74 | OHX Bl 3516 - 0,6,6 0.00 - -
74 | OHX C1 1911 - 0,6,6 0.00 - -
74 | OHX D1 3470 - 0,6,6 0.00 - -
74 | OHX Bl 3601 - 0,6,6 0.00 - -
74 | OHX Al 1974 - 0,6,6 0.00 - -
74 | OHX D1 3424 - 0,6,6 0.00 - -
74 | OHX Al 1914 - 0,6,6 0.00 - -
74 | OHX D1 3488 - 0,6,6 0.00 - -
74 | OHX C1 1947 - 0,6,6 0.00 - -
74 | OHX D3 204 - 0,6,6 0.00 - -
74 | OHX Dd 102 - 0,6,6 0.00 - -
74 | OHX C1 1935 - 0,6,6 0.00 - -
74 | OHX Al 1906 - 0,6,6 0.00 - -
74 | OHX Bl 3536 - 0,6,6 0.00 - -
74 | OHX B1 3542 - 0,6,6 0.00 - -
74 | OHX Bl 3503 - 0,6,6 0.00 - -
74 | OHX C1 1940 - 0,6,6 0.00 - -
74 | OHX Bl 3572 - 0,6,6 0.00 - -
74 | OHX Al 1921 - 0,6,6 0.00 - -
74 | OHX D1 3579 - 0,6,6 0.00 - -
74 | OHX D1 3459 - 0,6,6 0.00 - -
74 | OHX Bl 3573 - 0,6,6 0.00 - -
74 | OHX D1 3570 - 0,6,6 0.00 - -
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Page 122 wwPDB X-ray Structure Validation Summary Report AVTR
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " RSz T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
74 | OHX Bl 3505 - 0,6,6 0.00 - -
74 | OHX C1 1974 - 0,6,6 0.00 - -
74 | OHX Al 1905 - 0,6,6 0.00 - -
74 | OHX Bl 3494 - 0,6,6 0.00 - -
74 | OHX B1 3450 - 0,6,6 0.00 - -
74 | OHX D1 3407 - 0,6,6 0.00 - -
74 | OHX D1 3511 - 0,6,6 0.00 - -
74 | OHX C1 1968 - 0,6,6 0.00 - -
74 | OHX Al 1965 - 0,6,6 0.00 - -
74 | OHX B1 3468 - 0,6,6 0.00 - -
74 | OHX Al 1977 - 0,6,6 0.00 - -
74 | OHX D2 209 - 0,6,6 0.00 - -
74 | OHX C1 2001 - 0,6,6 0.00 - -
74 | OHX D1 3500 - 0,6,6 0.00 - -
74 | OHX D1 3432 - 0,6,6 0.00 - -
74 | OHX D1 3433 - 0,6,6 0.00 - -
74 | OHX Bl 3423 - 0,6,6 0.00 - -
74 | OHX Bl 3534 - 0,6,6 0.00 - -
74 | OHX B1 3460 - 0,6,6 0.00 - -
74 | OHX Al 1933 - 0,6,6 0.00 - -
74 | OHX Bl 3607 - 0,6,6 0.00 - -
74 | OHX Al 1944 - 0,6,6 0.00 - -
74 | OHX Al 1963 - 0,6,6 0.00 - -
74 | OHX Al 1928 - 0,6,6 0.00 - -
74 | OHX Bl 3411 - 0,6,6 0.00 - -
74 | OHX D1 3561 - 0,6,6 0.00 - -
74 | OHX D1 3506 - 0,6,6 0.00 - -
74 | OHX D1 3401 - 0,6,6 0.00 - -
74 | OHX Al 1973 - 0,6,6 0.00 - -
74 | OHX C1 1916 - 0,6,6 0.00 - -
74 | OHX C1 1938 - 0,6,6 0.00 - -
74 | OHX D1 3441 - 0,6,6 0.00 - -
74 | OHX Bl 3589 - 0,6,6 0.00 - -
74 | OHX Bl 3562 - 0,6,6 0.00 - -
74 | OHX Bl 3553 - 0,6,6 0.00 - -
74 | OHX D1 3567 - 0,6,6 0.00 - -
74 | OHX D1 3426 - 0,6,6 0.00 - -
74 | OHX Al 1994 - 0,6,6 0.00 - -
74 | OHX D1 3498 - 0,6,6 0.00 - -
74 | OHX D1 3578 - 0,6,6 0.00 - -
74 | OHX C1 1924 - 0,6,6 0.00 - -
74 | OHX D1 3535 - 0,6,6 0.00 - -
74 | OHX B2 201 - 0,6,6 0.00 - -
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Page 123 wwPDB X-ray Structure Validation Summary Report AVTR
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " RSz T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
74 | OHX B1 3478 - 0,6,6 0.00 - -
74 | OHX C1 1913 - 0,6,6 0.00 - -
74 | OHX Al 1959 - 0,6,6 0.00 - -
74 | OHX D1 3480 - 0,6,6 0.00 - -
74 | OHX D1 3525 - 0,6,6 0.00 - -
74 | OHX B3 207 - 0,6,6 0.00 - -
74 | OHX B3 208 - 0,6,6 0.00 - -
74 | OHX B1 3474 - 0,6,6 0.00 - -
74 | OHX D1 3521 - 0,6,6 0.00 - -
74 | OHX D1 3406 - 0,6,6 0.00 - -
74 | OHX Bl 3448 - 0,6,6 0.00 - -
74 | OHX D1 3586 - 0,6,6 0.00 - -
74 | OHX C1 1921 - 0,6,6 0.00 - -
74 | OHX C1 1902 - 0,6,6 0.00 - -
74 | OHX C1 1937 - 0,6,6 0.00 - -
74 | OHX CT 401 - 0,6,6 0.00 - -
74 | OHX Al 1958 - 0,6,6 0.00 - -
74 | OHX Al 1979 - 0,6,6 0.00 - -
74 | OHX C1 1942 - 0,6,6 0.00 - -
74 | OHX Al 1902 - 0,6,6 0.00 - -
74 | OHX D1 3619 - 0,6,6 0.00 - -
74 | OHX D1 3505 - 0,6,6 0.00 - -
74 | OHX Bl 3598 - 0,6,6 0.00 - -
74 | OHX D1 3604 - 0,6,6 0.00 - -
74 | OHX Al 1992 - 0,6,6 0.00 - -
74 | OHX D1 3622 - 0,6,6 0.00 - -
74 | OHX Al 1942 - 0,6,6 0.00 - -
74 | OHX Bl 3587 - 0,6,6 0.00 - -
74 | OHX Bl 3537 - 0,6,6 0.00 - -
74 | OHX D1 3510 - 0,6,6 0.00 - -
74 | OHX D1 3462 - 0,6,6 0.00 - -
74 | OHX Bl 3500 - 0,6,6 0.00 - -
74 | OHX B1 3455 - 0,6,6 0.00 - -
74 | OHX D1 3613 - 0,6,6 0.00 - -
74 | OHX B1 3482 - 0,6,6 0.00 - -
74 | OHX D1 3565 - 0,6,6 0.00 - -
74 | OHX D1 3443 - 0,6,6 0.00 - -
74 | OHX D1 3425 - 0,6,6 0.00 - -
74 | OHX B1 3430 - 0,6,6 0.00 - -
74 | OHX D1 3507 - 0,6,6 0.00 - -
74 | OHX B1 3614 - 0,6,6 0.00 - -
74 | OHX B1 3611 - 0,6,6 0.00 - -
74 | OHX D1 3560 - 0,6,6 0.00 - -
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Page 124 wwPDB X-ray Structure Validation Summary Report AVTR
. . Bond lengths Bond angles

Mol | Type | Chain | Res | Link | " RSz T #1Z| > 2 | Counts | RMSZ | #|Z| > 2
74 | OHX D1 3601 - 0,6,6 0.00 - -

74 | OHX Bl 3551 - 0,6,6 0.00 - -

74 | OHX D1 3532 - 0,6,6 0.00 - -

74 | OHX Al 1949 - 0,6,6 0.00 - -

74 | OHX Al 1936 - 0,6,6 0.00 - -

74 | OHX Bl 3560 - 0,6,6 0.00 - -

74 | OHX DE 301 - 0,6,6 0.00 - -

74 | OHX D1 3438 - 0,6,6 0.00 - -

74 | OHX Bl 3425 - 0,6,6 0.00 - -

74 | OHX Al 1969 - 0,6,6 0.00 - -

74 | OHX Bl 3616 - 0,6,6 0.00 - -

74 | OHX D1 3538 - 0,6,6 0.00 - -

74 | OHX D1 3577 - 0,6,6 0.00 - -

74 | OHX B2 205 - 0,6,6 0.00 - -

74 | OHX D1 3455 - 0,6,6 0.00 - -

74 | OHX B1 3405 - 0,6,6 0.00 - -

74 | OHX Bl 3582 - 0,6,6 0.00 - -

74 | OHX D1 3468 - 0,6,6 0.00 - -

74 | OHX B1 3441 - 0,6,6 0.00 - -

74 | OHX B1 3422 - 0,6,6 0.00 - -

74 | OHX Bl 3610 - 0,6,6 0.00 - -

74 | OHX Al 1997 - 0,6,6 0.00 - -

74 | OHX C1 1904 - 0,6,6 0.00 - -

74 | OHX B1 3488 - 0,6,6 0.00 - -

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

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
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any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.

The outliers are highlighted in purple.

equivalents in the CSD to analyse the geometry.

The color gray indicates Mogul did not find sufficient

Ligand OHX D3 211

Bond lengths

Bond angles

Torsions

Rings
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Ligand OHX B1 3571

Bond lengths Bond angles

Torsions Rings
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Ligand OHX A1 1983

Bond lengths Bond angles

Torsions Rings
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Ligand OHX D1 3573

Bond lengths Bond angles

Torsions Rings
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Ligand OHX B1 3602

Bond lengths Bond angles

Torsions Rings
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Ligand OHX D1 3593

Bond lengths Bond angles

Torsions Rings
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Ligand OHX B1 3548

Bond lengths Bond angles

Torsions Rings
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Ligand OHX A1 1930

Bond lengths Bond angles

Torsions Rings
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Ligand OHX D1 3605

Bond lengths Bond angles

Torsions Rings




Page 134

wwPDB X-ray Structure Validation Summary Report

4VTR

Ligand OHX D1 3586

Bond lengths

Bond angles

Torsions

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
23 Cb 4
23 Ab 4
63 Dh 1

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

Mol | Chain | Number of breaks
68 Bn 1
28 Ch 1
24 Cc 1
24 Ac 1
28 Ah 1
63 Bh 1

The worst 5 of 15 chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 Bh 23:UNK C 34:UNK N 29.25
1 Dh 23:UNK C 34:UNK N 28.80
1 Ch 25:UNK C 50:UNK N 22.77
1 Ab 19:UNK C 21:UNK N 20.41
1 Bn 19:UNK C 27:UNK N 20.28
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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 Al 1789/1800 (99%) 0.04 50 (2%) 53 42 45, 138, 429, 753 0
1 Cl | 1789/1800 (99%) 0.14 61 (3%) 45 36 | 42, 120,419,674 | 0
2 AA 220/252 (87%) -0.53 5(2%) 60 51 64, 150, 323, 474 0
2 | CA 920/252 (87%) -0.54 2 (0%) |84 77| | 66,119, 336,538 | 0
3 | AB 219/254 (86%) 0.38 3(1%) 75| 65 | 42, 117,298,500 | 0
3 | OB 219/254 (86%) -0.55 2 (0%) |84 77| | 50,108, 288,386 | 0
4 | AC 189/240 (78%) -0.35 2 (1%) 180 72 | 52,120, 278, 403 | 0
4 cC 189/240 (78%) -0.54 0§100§4100 41, 120, 262, 460 0
5 | AD 169/225 (75%) 20.58 3(1%) 68 59 | 58, 150,355,516 | 0
5 | CD 169,/225 (75%) 0.63 3(1%) 68 59 | 33,108, 269,383 | 0
6 | AE 157/197 (79%) -0.47 6 (3%) 40 32 | 44, 140, 362,438 | 0
6 | CE 157/197 (79%) 20.46 1 (0%) 31, 99, 330, 482 0
7 | AF 77/156 (49%) 20.56 1 (1%) 45, 95, 205, 412 0
7 | CF 77/156 (49%) 0.09 56, 91, 267, 342 0
8 AG 117/151 (77%) -0.78 35, 108, 284, 362 0
8 | CG 117/151 (77%) -0.76 A7, 97, 263, 458 0
9o | AH 128/137 (93%) -0.21 53, 186, 349, 436 0
9 | cH 128/137 (93%) 20.21 30, 132, 354, 482 | 0
10 | Al 121/142 (85%) 2051 55, 140, 329, 419 | 0
10 | CI 121/142 (85%) -0.44 46, 116, 273, 447 | 0
11 | AJ 134/143 (93%) -0.56 74, 144, 302, 340 | 0
11 CJ 134/143 (93%) -0.46 44, 99, 288, 381 0
12 | AK 67/136 (49%) 20.43 52, 142, 319, 407 | 0
12 CK 67/136 (49%) 0.19 64, 199, 350, 401 0

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 AL 120/146 (82%) -0.46 2 (1%) 70 60 55, 146, 298, 514 0
13 CL 120/146 (82%) -0.41 5(4%) 36 29 52, 96, 293, 519 0
14 AM 106/144 (73%) -0.53 2 (1%) 66 58 71, 138, 348, 425 0
14 CM 106/144 (73%) -0.57 2 (1%) 66 58 42, 81, 260, 338 0
15 AN 111/121 (91%) -0.34 3( 68, 129, 336, 412 0
15 CN 111/121 (91%) -0.34 1( 32, 111, 286, 424 0
16 AO 127/130 (97%) -0.39 0 53, 95, 256, 411 0
16 CO 127/130 (97%) -0.75 0 54, 91, 229, 441 0
17 AP 116/145 (80%) -0.63 0 29, 95, 247, 384 0
17 CPp 116/145 (80%) -0.63 0 29, 71, 190, 418 0
18 AQ 67/108 (62%) -0.42 ( 94, 210, 332, 355 0
18 CQ 63/108 (58%) -0.33 ( 68, 150, 282, 307 0
19 AR 47/67 (70%) 0.11 107, 245, 393, 457 0
19 CR 47/67 (70%) 0.37 51, 221, 381, 425 0
20 AS 39/56 (69%) -0.48 58, 108, 181, 260 0
20 CS 39/56 (69%) -0.49 37, 95, 140, 292 0
21 AT 313/319 (98%) -0.23 106, 195, 286, 348 0
21 CcT 313/319 (98%) -0.20 67, 158, 257, 328 0
22 Aa 0/20 - - - -
22 Bo 0/20 - - - -
22 Ca 0/20 - - - -
23 Ab 0/105 - - - -
23 Ch 0/105 - - - -
24 Ac 0/93 - - - -
24 Cc 0/93 - - - -
25 Ad 0/35 - - - -
25 Cd 0/35 - - - -
26 Ae 0/21 - - - -
26 Bj 0/21 - - - -
26 Dj 0/21 - - - -
27 Af 0/11 - - - -
28 Ah 0/41 - - - -
28 Ch 0/41 - - - -
29 B1 3206/3396 (94%) 0.04 83 (2%) 56 46 33, 86, 395, 634 0
29 D1 3206/3396 (94%) 0.09 88 (2%) 54 44 30, 94, 427, 674 0

Continued on next page...




Page 138 wwPDB X-ray Structure Validation Summary Report AVTR

Continued from previous page...

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
30 B2 121/121 (100%) -0.09 0 46, 118, 189, 323 0
30 D2 121/121 (100%) -0.06 1 (0%) |86} 79 36, 95, 180, 349 0
31 B3 158/158 (100%) 0.00 6 (3%) 40 32 46, 108, 258, 619 0
31 D3 158/158 (100%) -0.02 2 (1%) 77, 68 59, 136, 358, 586 0
32 BA 213/217 (98%) 0.51 33 (15%) | 137, 327, 441, 483 0
32 | DA 213/217 (98%) 0.73 42 (19%) | 159, 354, 442, 484 0
33 BB 234/254 (92%) -0.46 ( 25, 83, 246, 419 0
33 DB 234/254 (92%) -0.24 ( 54, 108, 254, 417 0
34 BC 364/387 (94%) -0.61 ( 20, 66, 216, 560 0
34 DC 364/387 (94%) -0.69 0 29, 58, 208, 543 0
35 BD 268/362 (74%) -0.71 0 34, 70, 207, 500 0
35 DD 268/362 (74%) -0.52 ( 50, 102, 274, 463 0
36 BE 287/297 (96%) -0.46 ( 58, 119, 355, 497 0
36 DE 287/297 (96%) -0.60 ( 38, 91, 302, 478 0
37 BF 176/176 (100%) -0.61 ( 25, 81, 305, 519 0
37 DF 176/176 (100%) -0.50 ( 31, 69, 342, 518 0
38 BG 215/244 (88%) -0.85 0 21, 59, 226, 486 0
38 DG 215/244 (88%) -0.89 0 25, 49, 167, 330 0
39 BH 173/256 (67%) -0.45 4 (2%) 60 51 45, 110, 297, 429 0
39 DH 173/256 (67%) -0.38 4 (2%) 60 51 70, 146, 316, 422 0
40 BI 191/191 (100%) -0.51 2 (1%) 27, 83, 237, 347 0
40 DI 191/191 (100%) -0.89 0 22,49, 164, 286 0
41 BJ 208/221 (94%) -0.64 1( 39, 93, 251, 452 0
41 DJ 208/221 (94%) -0.73 1( 25, 64, 257, 456 0
42 BK 165/174 (94%) -0.48 4 (2%) 59 49 56, 125, 348, 497 0
42 DK 165/174 (94%) -0.60 1( 45, 97, 330, 532 0
43 BN 120/138 (86%) -0.58 0 34, 77, 260, 387 0
43 DN 120/138 (86%) -0.69 1( 33, 60, 262, 325 0
44 BO 187/204 (91%) -0.55 1( 38, 86, 178, 383 0
44 DO 187/204 (91%) -0.36 4 (2%) 63 54 57, 119, 255, 327 0
45 BP 196/199 (98%) -0.84 0f1ooff100} 23, 48, 152, 409 0

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
45 DP 196/199 (98%) -0.74 23, 45, 111, 424 0
46 BQ 154/184 (83%) -0.73 30, 55, 144, 337 0
46 DQ 154/184 (83%) -0.78 37,77, 243, 373 0
47 BR 143/186 (76%) -0.71 38, 70, 200, 421 0
47 DR 143/186 (76%) -0.30 4 (2%) 53 42 60, 87, 244, 378 0
48 BS 188/189 (99%) -0.49 3(1%) 72 62 52, 101, 419, 569 0
48 DS 188/189 (99%) 0.17 59, 109, 589, 657 0
49 BT 119/160 (74%) -0.57 42,73, 221, 310 0
49 DT 119/160 (74%) -0.62 36, 72, 184, 282 0
50 BU 129/137 (94%) -0.55 27,70, 208, 391 0
50 DU 129/137 (94%) -0.62 20, 48, 151, 235 0
51 BV 59/155 (38%) -0.68 29, 84, 259, 363 0
o1 DV 59/155 (38%) -0.48 1 (1%) 70 60 53, 73, 197, 320 0
52 BW 94/142 (66%) -0.44 0 100§ 100 53, 91, 211, 312 0
52 DW 94/142 (66%) -0.45 1 (1%) (80} 72 64, 124, 247, 337 0
53 BX 107/127 (84%) -0.70 0 §100§ 100 58, 91, 182, 233 0
53 DX 107/127 (84%) -0.48 2 (1%) 66 58 56, 106, 248, 361 0
54 BY 149/149 (100%) -0.46 3 (2%) 65 56 30, 76, 331, 456 0
54 DY 149/149 (100%) -0.52 1 (0%) 18782 49, 95, 277, 409 0
55 BZ 98/105 (93%) -0.33 2 ( 52, 128, 269, 360 0
55 DZ 98/105 (93%) -0.30 3( 56, 134, 272, 365 0
56 Ba 86/113 (76%) -0.67 0 38, 83, 232, 396 0
56 Da 86/113 (76%) -0.64 0 51, 82, 274, 430 0
57 Bb 125/130 (96%) -0.78 0 26, 54, 138, 435 0
57 Db 125/130 (96%) -0.48 ( 39, 77, 168, 380 0
58 Bce 68,/120 (56%) -0.66 46, 89, 202, 381 0
58 Dc 68/120 (56%) -0.74 50, 123, 270, 348 0
59 Bd 72/88 (81%) -0.53 36, 79, 322, 434 0
59 Dd 72/88 (81%) -0.62 30, 103, 268, 336 0
60 Be 48/51 (94%) -0.65 30, 72, 159, 290 0
60 De 48 /51 (94%) -0.58 40, 118, 222, 333 0

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
61 Bf 95/106 (89%) -0.19 3 (3%) 47 37 57, 145, 363, 475 0
61 Df 95/106 (89%) 0.22 10 (10%) f6 16 62, 195, 389, 486 0
62 Bg 83/92 (90%) -0.68 1 (1%) 179 70 35, 98, 311, 431 0
62 Dg 83/92 (90%) -0.63 0 I 100 I I 100| 42, 103, 241, 369 0
63 Bh 0/44 - - - -
63 Dh 0/44 - - - -
64 Bi 0/12 - - - -
64 Di 0/12 - - - -
65 Bk 0/16 - - - -
65 Dk 0/16 - - - -
66 Bl 0/19 - - - -
67 Bm 0/9 - - - -
68 Bn 0/27 - - - -
69 Bp 0/8 - - - -
70 Bq 0/17 - - - -
71 Br 0/23 - - - -
72 DL 138/165 (83%) -0.58 2 (1%) 75 65 84, 172, 387, 465 0
73 DM 130/312 (41%) -0.53 2 (1%) 73 64 47, 121, 305, 409 0
All All 25728 /30002 (85%) -0.26 592 (2%) 60 51 20, 105, 353, 753 0

The worst 5 of 592 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
29 B1 136 G 14.9
1 C1 681 U 14.6
29 D1 2495 C 14.4
1 Al 1701 A 13.6
29 D1 2494 A 13.5

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 monosaccharides 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
74 | OHX | B2 | 209 | 7/7 0.66 | 0.34 | 148,148,148,148
74 | OOX | C1 | 1972 | /7 0.66 | 0.30 | 216,216,216,216
74 | OHX D1 3593 7/7 0.69 0.53 99,99,99,99
74 | OHX D1 3542 7/7 0.70 0.38 | 198,198,198,198
74 | OHX D3 211 7/7 0.70 0.41 | 137,137,137,137
74 | OHX | CI | 1950 | 7/7 0.72 | 0.28 | 215,215,215,215
74 | OHX D1 3525 7/7 0.72 0.27 | 106,106,106,106
74 | OHX | Al | 1930| 7/7 0.73 | 0.43 | 228,228,228,228
74 | OHX D3 206 7/7 0.73 0.36 70T
74 | OHX B1 3602 7/7 0.73 0.44 75,75,75,75
74 | OHX C1 1970 7/7 0.73 0.30 | 176,176,176,176
74 | OHX D3 205 7/7 0.74 0.25 | 199,199,199,199
74 | OHX Al 1983 7/7 0.74 0.59 | 122/122,122,122
74 | OHX Bl 3571 7/7 0.74 0.48 | 176,176,176,176
74 | OHX | CI | 1978 | 7/7 0.75 | 0.29 | 145,145,145,145
74 | OHX D1 3573 7/7 0.76 0.43 | 135,135,135,135
74 | OOX | C1 | 1957 | /7 0.76 | 0.38 | 226,226,226,226
74 | OIX | D1 | 3551 /7 0.76 | 0.30 | 120,120,120,120
74 | OHX B1 3552 7/7 0.77 0.32 | 138,138,138,138
74 | OHX C1 1979 /7 0.77 0.33 | 190,190,190,190
74 | OHX D1 3605 7/7 0.77 0.47 93,93,93,93
74 | OHX D3 208 7/7 0.78 0.28 | 135,135,135,135
74 | OHX Al 1999 7/7 0.78 0.38 99,99,99,99
74 | OHX D1 3522 /7 0.78 0.27 | 133,133,133,133
74 | OHX D1 3566 7/7 0.78 0.36 88,88,88,88
74 | OHX D1 3618 7/7 0.79 0.34 62,62,62,62
74 | OHX B1 3548 77 0.79 0.60 | 153,153,153,153
74 | OHX D1 3564 7/7 0.79 0.38 85,85,85,85
74 | OHX | DI | 3656 | 7/7 0.79 | 0.24 | 146,146,146,146
74 | OHX | DI |3586| 7/7 0.79 | 0.62 | 115,115,115,115
74 | OHX DE 301 7/7 0.79 0.24 | 302,302,302,302
74 | OHX | CI | 1998 7/7 0.80 | 0.62 | 129,129,129,129
74 | OHX D1 3535 7/7 0.80 0.32 | 142,142,142,142
74 | OHX | B3 | 206 | 7/7 0.80 | 0.37 | 201,201,201,201
74 | OHX C1 1988 7/7 0.80 0.27 | 146,146,146,146
74 | OHX C1 1976 /7 0.80 0.37 | 118,118,118,118 7

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
74 | OHX Al 1974 7/7 0.81 0.40 | 136,136,136,136 7
74 | OHX D1 3578 7/7 0.81 0.70 | 222,222,222,222 7
74 | OHX D1 3589 7/7 0.81 0.32 56,56,56,56 7
74 | OHX CS 102 7/7 0.81 0.35 | 184,184,184,184 7
74 | OHX B1 3535 7/7 0.81 0.28 | 170,170,170,170 7
74 | OHX C1 1958 7/7 0.81 0.23 | 153,153,153,153 7
74 | OHX C1 1962 7/7 0.82 0.30 | 180,180,180,180 7
74 | OOX | Bl | 3577 | 7/7 0.82 | 0.47 | 148,148,148,148 | 7
74 | OHX B2 208 7/7 0.82 0.48 | 152,152,152,152 7
74 | OHX Al 1953 7/7 0.83 0.39 | 122,122,122,122 7
74 | OHX Al 1962 7/7 0.83 0.49 | 193,193,193,193 7
74 | OHX B1 3554 7/7 0.83 0.69 | 156,156,156,156 7
74 | OHX | C1L | 1974 | /7 083 | 034 | 118,118,118,118 | 7
74 | OHX D1 3541 7/7 0.83 0.31 | 141,141,141,141 7
74 | OHX B1 3599 7/7 0.83 0.28 87,87,87,87 7
74 | OHX D1 3609 7/7 0.83 0.45 73,73,73,73 7
74 | OOX | Al | 1998 | 7/7 0.83 | 0.32 | 125,125,125125 | 7
74 | OHX | D1 | 3587 | /7 0.83 | 0.58 | 111,111,111,111 | 7
74 | OHX D1 3599 7/7 0.84 0.36 93,93,93,93 7
74 | OHX | D1 | 3580 | /7 084 | 029 | 114,114,114,114 | 7
74 | OHX Al 2000 7/7 0.84 0.45 75,75,75,75 7
74 | OHX B1 3601 7/7 0.84 0.36 | 158,158,158,158 7
74 | OHX D1 3590 7/7 0.84 0.40 55,55,55,55 7
74 | OOX | BL | 3568 | 7/7 084 | 022 | 949490494 7
74 | OHX D1 3583 7/7 0.84 0.28 88,88,88,88 7
74 | OHX B1 3514 7/7 0.84 0.30 | 123,123,123,123 7
74 | OHX B1 3595 7/7 0.84 0.30 | 103,103,103,103 7
74 | OHX B2 210 7/7 0.84 0.43 | 131,131,131,131 7
74 | OHX C1 1952 7/7 0.84 0.21 | 239,239,239,239 7
74 | OHX Bl 3600 7/7 0.85 0.34 | 135,135,135,135 7
74 | OHX | D1 | 3488 | /7 0.85 | 0.20 | 141,141,141,141 | 7
74 | OHX B1 3580 7/7 0.85 0.38 84,84,84,84 7
74 | OHX C1 1968 7/7 0.85 0.30 | 103,103,103,103 7
74 | OHX C1 1938 7/7 0.85 0.30 | 191,191,191,191 7
74 | OHX B1 3562 7/7 0.85 0.59 | 130,130,130,130 7
74 | OHX C1 1990 7/7 0.85 0.27 | 105,105,105,105 7
74 | OHX C1 1993 7/7 0.85 0.28 93,93,93,93 7
74 | OHX B1 3621 7/7 0.85 0.36 83,83,83,83 7
74 | OHX D1 3509 7/7 0.85 0.33 | 120,120,120,120 7
74 | OHX B1 3560 7/7 0.85 0.33 | 105,105,105,105 7
74 | OHX Al 1993 7/7 0.85 0.33 | 108,108,108,108 7
74 | OOX | C1 | 1966 | 7/7 0.86 | 042 | 127127127127 | 7

Continued on next page...



Page 143

wwPDB X-ray Structure Validation Summary Report

4VTR

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
74 | OHX D1 3553 7/7 0.86 0.25 | 145,145,145,145 7
74 | OHX B1 3511 7/7 0.86 0.39 | 160,160,160,160 7
74 | OHX B2 206 7/7 0.86 0.21 | 128,128,128,128 7
74 | OHX D1 3490 7/7 0.86 0.36 | 167,167,167,167 7
74 | OHX | DI | 3596 | /7 0.86 | 0.21 | 114,114,114,114 | 7
74 | OHX Al 1990 7/7 0.86 0.28 | 117,117,117,117 7
74 | OHX Al 2002 7/7 0.86 0.43 | 185,185,185,185 7
74 | OHX D1 3600 7/7 0.86 0.30 96,96,96,96 7
74 | OOX | Al | 1958 7/7 0.86 | 0.19 | 116,116,116,116 | 7
74 | OHX D1 3507 7/7 0.86 0.28 | 133,133,133,133 7
74 | OHX B1 3614 7/7 0.86 0.34 | 163,163,163,163 7
74 | OHX DO 301 7/7 0.86 0.23 | 285,285,285,285 7
74 | OHX B1 3561 7/7 0.86 0.50 | 280,280,280,280 7
74 | OOX | C1 | 1954 | 7/7 0.87 | 0.25 | 116,116,116,116 | 7
74 | OHX D1 3616 7/7 0.87 0.46 | 150,150,150,150 7
74 | OHX Al 1978 7/7 0.87 0.36 | 139,139,139,139 7
74 | OHX D2 208 7/7 0.87 0.39 | 105,105,105,105 7
74 | OHX D1 3515 7/7 0.87 0.25 | 173,173,173,173 7
74 | OHX C1 1969 7/7 0.87 0.30 | 133,133,133,133 7
74 | OHX D2 209 7/7 0.87 0.32 74,74,74,74 7
74 | OOX | Bl | 3526 7/7 0.87 | 0.25 | 174174174174 | 7
74 | OHX C1 1959 7/7 0.87 0.29 | 166,166,166,166 7
74 | OHX D1 3521 7/7 0.87 0.24 | 163,163,163,163 7
74 | OOX | BL | 3583 | 7/7 0.87 | 0.28 | 126,126,126,126 | 7
74 | OHX D1 3563 7/7 0.87 0.35 99,99,99,99 7
74 | OHX B1 3493 7/7 0.87 0.21 | 135,135,135,135 7
74 | OHX B1 3533 7/7 0.87 0.34 | 149,149,149,149 7
74 | OHX B1 3581 7/7 0.87 0.34 | 106,106,106,106 7
74 | OHX B1 3529 7/7 0.87 0.14 | 171,171,171,171 7
74 | OHX D1 3529 7/7 0.87 0.28 | 130,130,130,130 7
74 | OHX | D1 | 3585 | /7 087 | 0.24 | 102,102,102,102 | 7
74 | OHX BO 301 7/7 0.87 0.38 | 110,110,110,110 7
74 | OHX B1 3539 7/7 0.87 0.33 | 137,137,137,137 7
74 | OHX DJ 301 7/7 0.88 0.29 | 138,138,138,138 7
74 | OHX D1 3558 7/7 0.88 0.30 | 127,127,127,127 7
74 | OHX D1 3481 7/7 0.88 0.29 | 137,137,137,137 7
74 | OHX C1 1987 7/7 0.88 0.36 | 108,108,108,108 7
74 | OHX Al 1925 7/7 0.88 0.37 | 165,165,165,165 7
74 | OHX Al 1951 7/7 0.88 0.29 | 259,259,259,259 7
74 | OHX D1 3485 7/7 0.88 0.29 90,90,90,90 7
74 | OOX | Bl | 3534 | 7/7 0.88 | 0.27 | 128,128,128128 | 7
74 | OHX D1 3550 7/7 0.88 0.45 | 100,100,100,100 7
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
74 | OHX D1 3595 7/7 0.88 0.31 | 150,150,150,150 7
74 | OHX C1 1945 7/7 0.88 0.24 | 122,122,122,122 7
74 | OHX B2 204 7/7 0.88 0.23 | 132,132,132,132 7
74 | OHX B1 3544 7/7 0.88 0.30 | 130,130,130,130 7
74 | OHX C1 1985 7/7 0.88 0.30 | 153,153,153,153 7
74 | OHX B1 3474 7/7 0.88 0.26 | 179,179,179,179 7
74 | OHX Al 1964 7/7 0.88 0.74 85,85,85,85 7
74 | OHX D1 3569 7/7 0.88 0.29 88,88,88,88 7
74 | OHX D1 3572 7/7 0.88 0.34 91,91,91,91 7
74 | OHX Al 1985 7/7 0.88 0.33 86,86,86,86 7
74 | OHX D1 3611 7/7 0.88 0.36 82,82,82,82 7
74 | OHX B1 3603 7/7 0.88 0.29 63,63,63,63 7
74 | OHX D1 3624 7/7 0.88 0.42 95,95,95,95 7
74 | OHX B1 3541 7/7 0.89 0.28 | 117,117,117,117 7
74 | OHX Al 1966 7/7 0.89 0.42 | 120,120,120,120 7
74 | OLX | C1 | 1980 | 7/7 0.89 | 0.34 | 162,162,162,162 | 7
74 | OHX B1 3595 7/7 0.89 0.32 73,73,73,73 7
74 | OHX D1 3557 7/7 0.89 0.25 | 148,148,148,148 7
74 | OHX D1 3546 7/7 0.89 0.32 | 105,105,105,105 7
74 | OHX B1 3579 7/7 0.89 0.30 A7,47,47.47 7
74 | OHX D1 3460 7/7 0.89 0.22 | 138,138,138,138 7
74 | OHX C1 1967 7/7 0.89 0.25 | 100,100,100,100 7
74 | OHX D1 3503 7/7 0.89 0.25 | 120,120,120,120 7
74 | OOX | AL | 1955 | 7/7 0.89 | 0.34 | 110,110,110,110 | 7
74 | OHX B1 3523 7/7 0.89 0.30 | 150,150,150,150 7
74 | OHX B1 3597 7/7 0.89 0.35 | 137,137,137,137 7
74 | OHX D1 3506 7/7 0.89 0.32 | 131,131,131,131 7
74 | OHX D1 3524 7/7 0.89 0.28 | 162,162,162,162 7
74 | OHX D1 3548 7/7 0.89 0.25 77070777 7
74 | OHX Bl 3538 7/7 0.89 0.28 93,93,93,93 7
74 | OHX Al 1970 7/7 0.89 0.23 66,66,66,66 7
74 | OHX Al 1946 7/7 0.89 0.19 | 153,153,153,153 7
74 | OHX | DL | 3597 | /7 0.89 | 0.65 | 222222222222 | 7
74 | OHX B1 3545 7/7 0.89 0.34 82,82,82,82 7
74 | OHX D1 3606 7/7 0.89 0.24 63,63,63,63 7
74 | OHX D3 210 7/7 0.89 0.22 74,74,74,74 7
74 | OOX | DI | 3527 | 7/7 0.89 | 0.19 | 146,146,146,146 | 7
74 | OHX D1 3622 7/7 0.89 0.30 | 142,142,142,142 7
74 | OHX D1 3495 7/7 0.89 0.17 | 160,160,160,160 7
74 | OHX C1 1991 7/7 0.89 0.28 7T 7
74 | OHX D1 3484 7/7 0.89 0.22 | 116,116,116,116 7
74 | OHX D1 3625 7/7 0.89 0.24 | 100,100,100,100 7
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
74 | OHX D1 3577 7/7 0.89 0.25 | 198,198,198,198 7
74 | OHX Al 1997 7/7 0.89 0.39 | 100,100,100,100 7
74 | OHX Bl 3557 7/7 0.90 0.49 46,46,46,46 7
74 | OHX | D1 | 3475 | /7 0.90 | 0.34 | 142142142142 | 7
74 | OHX | B2 | 207 | /7 0.90 | 049 | 104,104,104,104 | 7
74 | OHX Al 1943 7/7 0.90 0.19 | 176,176,176,176 7
74 | OHX B1 3518 7/7 0.90 0.22 | 105,105,105,105 7
74 | OHX B1 3515 7/7 0.90 0.39 | 119,119,119,119 7
74 | OHX B1 3591 7/7 0.90 0.30 55,55,55,55 7
74 | OHX Bl 3592 7/7 0.90 0.40 | 106,106,106,106 7
74 | OHX B1 3575 7/7 0.90 0.35 | 123,123,123,123 7
74 | OHX D1 3552 7/7 0.90 0.39 | 115,115,115,115 7
74 | OHX B1 3490 7/7 0.90 0.24 | 109,109,109,109 7
74 | OHX B1 3572 7/7 0.90 0.36 56,56,56,56 7
74 | OHX B1 3565 7/7 0.90 0.26 | 120,120,120,120 7
74 | OHX Bl 3584 7/7 0.90 0.48 99,99,99,99 7
74 | OHX Al 1965 7/7 0.90 0.25 | 114,114,114,114 7
74 | OHX B2 205 7/7 0.90 0.18 | 159,159,159,159 7
74 | OHX Al 1989 7/7 0.90 0.26 70,70,70,70 7
74 | OHX | D1 | 3499 | 7/7 0.90 | 0.24 | 114,114,114,114 | 7
74 | OHX Al 1963 7/7 0.90 0.34 | 137,137,137,137 7
74 | OHX D1 3595 7/7 0.90 0.35 90,90,90,90 7
74 | OHX D1 3617 7/7 0.90 0.26 50,50,50,50 7
74 | OOX | C1 | 1965 | 7/7 0.90 | 0.42 | 101,101,101,101 | 7
74 | OHX D1 3466 7/7 0.90 0.22 | 103,103,103,103 7
74 | OHX | DL | 3559 | /7 0.90 | 0.21 | 116,116,116,116 | 7
74 | OHX C1 1939 7/7 0.90 0.28 | 103,103,103,103 7
74 | OHX B1 3530 7/7 0.90 0.31 | 138,138,138,138 7
74 | OHX D1 3531 7/7 0.90 0.32 | 136,136,136,136 7
74 | OHX D1 3620 7/7 0.90 0.27 78,78,78,78 7
74 | OHX Al 1947 7/7 0.90 0.30 | 143,143,143,143 7
74 | OHX D1 3508 7/7 0.90 0.22 88,88,88,88 7
74 | OHX D2 204 7/7 0.90 0.20 | 116,116,116,116 7
74 | OHX Al 1939 7/7 0.90 0.19 | 100,100,100,100 7
74 | OHX Al 1968 7/7 0.90 0.29 | 180,180,180,180 7
74 | OOX | Bl | 3487| 7/7 0.90 | 0.23 | 116,116,116,116 | 7
74 | OHX Al 1954 7/7 0.90 0.20 | 153,153,153,153 7
74 | OHX C1 1973 7/7 0.90 0.21 95,95,95,95 7
74 | OHX B1 3610 7/7 0.90 0.28 68,68,68,68 7
74 | OHX D1 3536 7/7 0.90 0.25 | 140,140,140,140 7
74 | OHX B1 3620 7/7 0.91 0.31 58,58,58,58 7
74 | OHX B1 3613 7/7 0.91 0.46 93,93,93,93 7
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
74 | OHX Al 1996 7/7 0.91 0.24 | 100,100,100,100 7
74 | OHX C1 1956 7/7 0.91 0.31 | 170,170,170,170 7
74 | OHX D1 3477 7/7 0.91 0.15 | 142,142,142,142 7
74 | OHX Al 1933 7/7 0.91 0.20 | 152,152,152,152 7
74 | OHX B1 3607 7/7 0.91 0.32 44,44,44,44 7
74 | OHX C1 2000 7/7 0.91 0.38 82,82,82,82 7
74 | OHX | BL | 3556 | 7/7 0.91 | 0.25 | 104,104,104,104 | 7
74 | OHX B1 3586 7/7 0.91 0.35 | 116,116,116,116 7
74 | OHX B1 3589 7/7 0.91 0.50 85,85,85,85 7
74 | OOX | C1 | 1999 | 7/7 0.91 | 0.26 | 41,41,41,41 7
74 | OHX Al 1994 7/7 0.91 0.25 | 123,123,123,123 7
74 | OHX B1 3593 7/7 0.91 0.24 46,46,46,46 7
74 | OHX B1 3615 7/7 0.91 0.34 49,49,49,49 7
74 | OHX Al 1984 7/7 0.91 0.21 65,65,65,65 7
74 | OHX D1 3539 7/7 0.91 0.24 69,69,69,69 7
74 | OHX D1 3476 7/7 0.91 0.28 | 100,100,100,100 7
74 | OHX B1 3546 7/7 0.91 0.41 | 148,148,148,148 7
74 | OHX B1 3510 7/7 0.91 0.33 | 153,153,153,153 7
74 | OHX D1 3594 7/7 0.91 0.30 30,30,30,30 7
74 | OHX D1 3473 7/7 0.91 0.16 | 123,123,123,123 7
74 | OHX Al 1942 7/7 0.91 0.30 97,97,97,97 7
74 | OHX Al 1935 7/7 0.91 0.23 | 156,156,156,156 7
74 | OHX Bl 3502 7/7 0.91 0.28 | 166,166,166,166 7
74 | OHX D1 3601 7/7 0.91 0.57 99,99,99,99 7
74 | OHX D1 3532 7/7 0.91 0.26 | 102,102,102,102 7
74 | OHX D1 3513 7/7 0.91 0.27 | 160,160,160,160 7
74 | OHX B1 3594 7/7 0.91 0.33 | 100,100,100,100 7
74 | OHX Al 1969 7/7 0.91 0.26 87,87,87,87 7
74 | OHX Dd 102 7/7 0.91 0.23 | 118,118,118,118 7
74 | OHX D1 3457 7/7 0.91 0.32 | 130,130,130,130 7
74 | OHX D1 3602 7/7 0.91 0.31 | 109,109,109,109 7
74 | OHX B1 3520 7/7 0.92 0.34 | 109,109,109,109 7
74 | OHX Al 1932 7/7 0.92 0.20 | 142,142,142,142 7
74 | OHX D1 3526 7/7 0.92 0.18 | 158,158,158,158 7
74 | OHX C1 1989 7/7 0.92 0.53 | 114,114,114,114 7
74 | OHX B3 209 7/7 0.92 0.30 99,99,99,99 7
74 | OHX D1 3568 7/7 0.92 0.35 92,92,92,92 7
74 | OHX D1 3562 7/7 0.92 0.18 | 121,121,121,121 7
74 | OHX | C1 | 1977 | /7 0.92 | 0.26 | 102,102,102,102 | 7
74 | OHX C1 1982 7/7 0.92 0.27 | 106,106,106,106 7
74 | OHX C1 1947 7/7 0.92 0.28 70,70,70,70 7
74 | OIIX | Bl |3612| 7/7 0.92 | 0.28 | 45,45,45.45 7
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
74 | OOX | Bl | 3507 | 7/7 0.92 | 0.26 | 104,104,104,104 | 7
74 | OHX Al 1938 7/7 0.92 0.19 | 155,155,155,155 7
74 | OHX D1 3621 7/7 0.92 0.25 67,67,67,67 7
74 | OHX D1 3554 7/7 0.92 0.26 | 122,122,122,122 7
74 | OHX B1 3617 7/7 0.92 0.38 90,90,90,90 7
74 | OHX Al 1977 7/7 0.92 0.30 | 119,119,119,119 7
74 | OHX D1 3516 7/7 0.92 0.33 | 138,138,138,138 7
74 | OHX D1 3471 7/7 0.92 0.28 | 260,260,260,260 7
74 | OHX C1 1997 7/7 0.92 0.24 36,36,36,36 7
74 | OHX D3 209 7/7 0.92 0.20 | 127,127,127,127 7
74 | OHX B1 3506 7/7 0.92 0.29 53,53,53,53 7
74 | OHX D1 3610 7/7 0.92 0.47 94,94,94,94 7
74 | OHX Al 1995 7/7 0.92 0.35 80,80,80,80 7
74 | OHX B1 3566 7/7 0.92 0.26 | 107,107,107,107 7
74 | OOX | Bl | 3563 | 7/7 0.92 | 0.19 | 152,152,152,152 | 7
74 | OHX D1 3575 7/7 0.92 0.29 84,84,84,84 7
74 | OHX C1 1992 7/7 0.92 0.41 76,76,76,76 7
74 | OHX C1 1981 7/7 0.92 0.38 87,87,87,87 7
74 | OHX B1 3588 7/7 0.92 0.32 78,78,78,78 7
74 | OHX B1 3498 7/7 0.92 0.32 83,83,83,83 7
74 | OOX | Bl | 3504 | 7/7 0.92 | 0.35 | 140,140,140,140 | 7
74 | OHX B1 3559 7/7 0.92 0.23 68,68,68,68 7
74 | OHX C1 1995 7/7 0.92 0.32 51,561,51,51 7
74 | OOX | CT | 401 | 7/7 0.92 | 023 | 117117,117,117 | 7
74 | OHX C1 1971 7/7 0.92 0.29 | 131,131,131,131 7
74 | OHX D1 3505 7/7 0.92 0.36 | 160,160,160,160 7
74 | OHX C1 1994 7/7 0.92 0.29 A47,47,47.47 7
74 | OHX D1 3482 7/7 0.92 0.21 | 107,107,107,107 7
74 | OHX Al 1981 7/7 0.92 0.26 | 128,128,128,128 7
74 | OHX Bl 3604 7/7 0.92 0.30 53,53,53,53 7
74 | OHX B1 3611 7/7 0.92 0.33 68,68,68,68 7
74 | OHX D1 3519 7/7 0.92 0.37 | 111,111,111,111 7
74 | OHX B1 3525 7/7 0.92 0.25 54,54,54,54 7
74 | OHX Al 1952 7/7 0.92 0.32 | 110,110,110,110 7
74 | OHX D1 3469 7/7 0.92 0.23 | 152,152,152,152 7
74 | OOX | Al | 1971 7/7 0.92 | 021 | 94049494 7
74 | OHX C1 1996 7/7 0.92 0.43 86,86,86,86 7
74 | OHX D1 3588 7/7 0.92 0.24 | 336,336,336,336 7
74 | OHX D1 3598 7/7 0.92 0.28 65,65,65,65 7
74 | OHX Al 1940 7/7 0.93 0.34 | 166,166,166,166 7
74 | OHX B1 3609 7/7 0.93 0.35 80,80,80,80 7
74 | OHX D1 3547 7/7 0.93 0.19 64,64,64,64 7
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
74 | OHX B1 3550 7/7 0.93 0.19 | 137,137,137,137 7
74 | OHX D1 3534 7/7 0.93 0.41 | 142,142,142,142 7
74 | OOX | DI | 3467 | 7/7 0.93 | 0.28 | 129120129129 | 7
74 | OHX B1 3517 7/7 0.93 0.30 | 111,111,111,111 7
74 | OHX B1 3576 7/7 0.93 0.21 86,86,86,86 7
74 | OHX D1 3545 7/7 0.93 0.42 70T 7
74 | OHX D1 3498 7/7 0.93 0.28 | 103,103,103,103 7
74 | OHX B2 203 7/7 0.93 0.36 | 174,174,174,174 7
74 | OOX | Al | 1950 | 7/7 0.93 | 0.17 | 127,127,127,127 | 7
74 | OHX Bl 3608 7/7 0.93 0.58 75,75,75,75 7
74 | OHX | D1 | 3480 | /7 0.93 | 0.19 | 127.127.127.127 | 7
74 | OHX D2 207 7/7 0.93 0.22 | 111,111,111,111 7
74 | OHX D1 3483 7/7 0.93 0.23 98,98,98,98 7
74 | OHX B3 210 7/7 0.93 0.40 64,64,64,64 7
74 | OHX D2 202 7/7 0.93 0.25 | 106,106,106,106 7
74 | OOX | Bl | 3476 | 7/7 0.93 | 0.20 | 102,102,102,102 | 7
74 | OHX Al 1924 7/7 0.93 0.21 | 150,150,150,150 7
74 | OHX C1 1942 7/7 0.93 0.20 | 112,112,112,112 7
74 | OHX B3 212 7/7 0.93 0.21 98,98,98,98 7
74 | OHX B1 3606 7/7 0.93 0.38 74,74,74,74 7
74 | OHX Al 1921 7/7 0.93 0.27 | 148,148,148,148 7
74 | OHX D1 3613 7/7 0.93 0.33 57,57,57,57 7
74 | OOX | DI | 3579 7/7 0.93 | 0.30 | 44,44,44,44 7
74 | OOX | Bl |3573| 7/7 0.93 | 023 | 111,111,111,111 | 7
74 | OHX B1 3505 7/7 0.93 0.17 | 134,134,134,134 7
74 | OHX Al 1991 7/7 0.93 0.31 98,98,98,98 7
74 | OHX B1 3532 7/7 0.93 0.43 | 172,172,172,172 7
74 | OHX Al 1982 7/7 0.93 0.19 | 148,148,148,148 7
74 | OHX Al 1988 7/7 0.93 0.36 25,25,25,25 7
74 | OHX C1 1934 7/7 0.93 0.20 | 141,141,141,141 7
74 | OHX B1 3469 7/7 0.93 0.33 | 169,169,169,169 7
74 | OHX D1 3500 7/7 0.93 0.30 | 139,139,139,139 7
74 | OHX | DI | 3433 | /7 0.93 | 023 | 128,128.128,128 | 7
74 | OHX B1 3437 7/7 0.94 0.24 | 156,156,156,156 7
74 | OHX C1 1935 7/7 0.94 0.17 93,93,93,93 7
74 | OHX Bl 3503 7/7 0.94 0.18 86,86,86,86 7
74 | OHX C1 1948 7/7 0.94 0.20 | 117,117,117,117 7
74 | OHX | BL | 3500 | 7/7 0.94 | 0.23 | 124,124,124,124 | 7
74 | OHX Al 1927 7/7 0.94 0.22 | 139,139,139,139 7
74 | OHX | C1 | 1975 | /7 0.94 | 024 | 119,119.119.119 | 7
74 | OOX | Bl | 3567 | 7/7 0.94 | 0.10 | 126,126,126,126 | 7
74 | OHX Al 1959 7/7 0.94 0.26 | 110,110,110,110 7

Continued on next page...



Page 149

wwPDB X-ray Structure Validation Summary Report

4VTR

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
74 | OIX | BL |3527| 7/7 0.94 | 021 | 84848484 7
74 | OHX C1 1963 7/7 0.94 0.27 94,94,94,94 7
74 | OX | DI | 3591 7/7 0.94 | 022 | 43,43,4343 7
74 | OHX B1 3578 7/7 0.94 0.24 | 112,112,112,112 7
74 | OHX Bd 102 7/7 0.94 0.19 73,73,73,73 7
74 | OHX C1 1986 7/7 0.94 0.20 | 169,169,169,169 7
74 | OHX B1 3574 7/7 0.94 0.44 | 136,136,136,136 7
74 | OHX D2 203 7/7 0.94 0.25 94,94,94,94 7
74 | OHX D1 3514 7/7 0.94 0.30 | 173,173,173,173 7
74 | OHX D1 3489 7/7 0.94 0.32 75,75,75,75 7
74 | OHX Al 1944 7/7 0.94 0.21 | 108,108,108,108 7
74 | OHX C1 1933 7/7 0.94 0.21 | 111,111,111,111 7
74 | OHX Al 1980 7/7 0.94 0.19 | 136,136,136,136 7
74 | OHX Al 1973 7/7 0.94 0.28 | 101,101,101,101 7
74 | OHX Al 1948 7/7 0.94 0.27 | 106,106,106,106 7
74 | OHX Bl 3470 7/7 0.94 0.19 | 122,122,122,122 7
74 | OHX B1 3543 7/7 0.94 0.15 | 102,102,102,102 7
74 | OHX D1 3567 7/7 0.94 0.14 | 106,106,106,106 7
74 | OHX Al 1987 7/7 0.94 0.23 72,72,72,72 7
74 | OHX D1 3528 7/7 0.94 0.35 96,96,96,96 7
74 | OHX B1 3549 7/7 0.94 0.30 86,86,86,86 7
74 | OHX B1 3524 7/7 0.94 0.24 97,97,97,97 7
74 | OHX D1 3501 7/7 0.94 0.17 | 102,102,102,102 7
74 | OHX D1 3581 7/7 0.94 0.26 60,60,60,60 7
74 | OHX B1 3491 7/7 0.94 0.31 99,99,99,99 7
74 | OHX B3 208 7/7 0.94 0.19 79,79,79,79 7
74 | OHX Al 1922 7/7 0.94 0.24 | 133,133,133,133 7
74 | OHX DO 302 7/7 0.94 0.24 77070777 7
74 | OHX D1 3493 7/7 0.94 0.17 | 126,126,126,126 7
74 | OHX Bl 3598 7/7 0.94 0.22 | 100,100,100,100 7
74 | OOX | Al | 1941 | /7 0.94 | 0.19 | 124,124,124,124 | 7
74 | OHX B1 3569 7/7 0.94 0.18 95,95,95,95 7
74 | OHX C1 1919 7/7 0.94 0.26 | 159,159,159,159 7
74 | OHX | D3 | 207 | /7 0.94 | 023 | 123,123.123,123 | 7
74 | OHX D1 3604 7/7 0.94 0.14 44,44 .44.44 7
74 | OLIX | D2 | 205 | 7/7 0.94 | 022 | 843848484 7
74 | OHX Bl 3521 7/7 0.94 0.25 | 107,107,107,107 7
74 | OHX D1 3510 7/7 0.94 0.23 | 108,108,108,108 7
74 | OHX C1 1949 7/7 0.94 0.19 97,97,97.97 7
74 | OHX D1 3614 7/7 0.94 0.49 83,83,83,83 7
74 | OHX B1 3585 7/7 0.94 0.29 | 197,197,197,197 7
74 | OHX B1 3497 7/7 0.94 0.24 | 103,103,103,103 7
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
74 | OHX B1 3438 7/7 0.94 0.17 | 168,168,168,168 7
74 | OHX D1 3454 7/7 0.94 0.19 | 117,117,117,117 7
74 | OHX Al 1949 7/7 0.94 0.20 | 101,101,101,101 7
74 | OHX BC 401 7/7 0.94 0.21 66,66,66,66 7
74 | OHX C1 1984 7/7 0.94 0.27 78,78,78,78 7
74 | OHX | BL | 3547 | /7 0.94 | 028 | 117117117117 | 7
74 | OHX D1 3538 7/7 0.94 0.25 87,87,87,87 7
74 | OHX B1 3558 7/7 0.94 0.21 | 130,130,130,130 7
74 | OHX B1 3582 7/7 0.94 0.27 83,83,83,83 7
74 | OHX AT 401 7/7 0.94 0.36 | 207,207,207,207 7
74 | OHX B1 3619 7/7 0.94 0.22 85,85,85,85 7
74 | OHX | Bl | 3488 | /7 0.94 | 0.18 | 104,104,104,104 | 7
74 | OHX Al 2001 7/7 0.95 0.24 26,26,26,26 7
74 | OHX B1 3531 7/7 0.95 0.30 65,65,65,65 7
74 | OHX D1 3496 7/7 0.95 0.27 | 155,155,155,155 7
74 | OHX Al 1926 7/7 0.95 0.24 87,87,87,87 7
74 | OHX D1 3537 7/7 0.95 0.23 74,74,74,74 7
74 | OHX | D1 | 3504 | /7 0.95 | 0.16 | 101,101,101,101 | 7
74 | OHX B1 3481 7/7 0.95 0.23 | 133,133,133,133 7
74 | OHX C1 1931 7/7 0.95 0.19 | 130,130,130,130 7
74 | OHX C1 1946 7/7 0.95 0.22 63,63,63,63 7
74 | OOX | Bl |3513| 7/7 0.95 | 023 [ 1717171171 | 7
74 | OHX D1 3561 7/7 0.95 0.21 65,65,65,65 7
74 | OOX | Bl | 344| 7/7 0.95 | 0.25 | 143,143,143,143 | 7
74 | OHX B1 3596 7/7 0.95 0.33 56,56,56,56 7
74 | OHX B1 3457 7/7 0.95 0.23 | 147,147,147,147 7
74 | OHX D1 3512 7/7 0.95 0.20 | 108,108,108,108 7
74 | OHX B3 203 7/7 0.95 0.21 | 140,140,140,140 7
74 | OHX B1 3553 7/7 0.95 0.19 66,66,66,66 7
74 | OHX Al 1915 7/7 0.95 0.18 | 129,129,129,129 7
74 | OHX D1 3494 7/7 0.95 0.25 | 105,105,105,105 7
74 | OHX Al 1960 7/7 0.95 0.38 70,70,70,70 7
74 | OHX B1 3446 7/7 0.95 0.23 | 113,113,113,113 7
74 | OHX | Bl | 3465 | /7 0.95 | 0.17 | 142,142,142,142 | 7
74 | OHX B1 3522 7/7 0.95 0.16 | 129,129,129,129 7
74 | OHX Bl 3528 7/7 0.95 0.37 | 158,158,158,158 7
74 | OOX | DI | 3517 | 7/7 0.95 | 0.29 | 126,126,126,126 | 7
74 | OHX B3 207 7/7 0.95 0.18 68,68,68,68 7
74 | OHX D1 3472 7/7 0.95 0.21 | 185,185,185,185 7
74 | OHX | CI | 201 | /7 0.95 | 031 | 143,143,143,143 | 7
74 | OHX C1 1983 7/7 0.95 0.19 59,59,59,59 7
74 | OHX B1 3448 7/7 0.95 0.19 | 124,124,124,124 7
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
74 | OOX | C1 | 1932| 7/7 0.95 | 0.18 | 115.115,115,115 | 7
74 | OHX D1 3544 7/7 0.95 0.43 | 127,127,127,127 7
74 | OOX | C1 | 1951 7/7 0.95 | 0.15 | 152,152,152,152 | 7
74 | OHX D1 3607 7/7 0.95 0.29 78,78,78,78 7
74 | OHX Al 1937 7/7 0.95 0.15 | 158,158,158,158 7
74 | OHX D1 3619 7/7 0.95 0.21 86,86,86,86 7
74 | OHX AL 201 7/7 0.95 0.20 | 122,122,122,122 7
74 | OHX D1 3523 7/7 0.95 0.19 | 106,106,106,106 7
74 | OHX D1 3603 7/7 0.95 0.43 | 114,114,114,114 7
74 | OHX D1 3615 7/7 0.95 0.27 73,73,73,73 7
74 | OHX B1 3587 7/7 0.95 0.15 | 154,154,154,154 7
74 | OHX C1 1955 7/7 0.95 0.20 | 106,106,106,106 7
74 | OHX D1 3530 7/7 0.95 0.19 51,561,51,51 7
74 | OHX Al 1934 7/7 0.95 0.25 | 122,122,122,122 7
74 | OHX C1 1910 7/7 0.95 0.20 | 138,138,138,138 7
74 | OHX D1 3576 7/7 0.95 0.21 76,76,76,76 7
74 | OHX Al 1919 7/7 0.95 0.25 | 141,141,141,141 7
74 | OHX | C1 | 1930 | /7 0.95 | 0.17 | 112,112,112,112 | 7
74 | OHX | DI | 3549 | /7 0.95 | 027 | 127.127.127,127 | 7
74 | OHX | Al | 1936 | 7/7 0.95 | 0.20 | 129,129.129.129 | 7
74 | OHX B2 202 7/7 0.95 0.19 | 106,106,106,106 7
74 | OHX D1 3459 7/7 0.95 0.21 96,96,96,96 7
74 | OHX Bl 3459 7/7 0.95 0.16 | 160,160,160,160 7
74 | OHX B1 3616 7/7 0.95 0.28 | 103,103,103,103 7
74 | OHX D1 3533 7/7 0.95 0.27 92,92,92,92 7
74 | OHX | C1 | 1944 | /7 0.95 | 0.12 | 134,134,134,134 | 7
74 | OHX B1 3494 7/7 0.95 0.18 | 118,118,118,118 7
74 | OHX D1 3468 7/7 0.95 0.26 | 130,130,130,130 7
74 | OHX D1 3511 7/7 0.95 0.28 85,85,85,85 7
74 | OHX Bl 3473 7/7 0.95 0.17 91,91,91,91 7
74 | OHX C1 1926 7/7 0.95 0.21 96,96,96,96 7
74 | OHX Al 1972 7/7 0.96 0.17 87,87,87,87 7
74 | OHX C1 2001 7/7 0.96 0.25 | 130,130,130,130 7
74 | OHX Al 1917 7/7 0.96 0.14 | 130,130,130,130 7
74 | OHX Dg 101 7/7 0.96 0.16 69,69,69,69 7
74 | OHX Bl 3570 7/7 0.96 0.28 91,91,91,91 7
74 | OHX Bl 3486 7/7 0.96 0.22 | 104,104,104,104 7
74 | OHX B1 3479 7/7 0.96 0.35 | 145,145,145,145 7
74 | OHX | DI | 3574 | /7 0.96 | 0.19 | 114,114,114,114 | 7
74 | OHX B1 3456 7/7 0.96 0.25 | 106,106,106,106 7
74 | OHX Al 1928 7/7 0.96 0.15 99,99,99,99 7
74 | OHX C1 1927 7/7 0.96 0.14 | 149,149,149,149 7
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
74 | OOX | DI | 3463 | 7/7 0.96 | 0.18 | 140,140,140,140 | 7
74 | OOX | DI | 3418 | 7/7 0.96 | 0.17 | 117,117,117,117 | 7
74 | OHX C1 1916 7/7 0.96 0.23 | 169,169,169,169 7
74 | OHX Al 1986 7/7 0.96 0.18 98,98,98,98 7
74 | OHX B1 3462 7/7 0.96 0.21 90,90,90,90 7
74 | OHX C1 1941 7/7 0.96 0.18 | 109,109,109,109 7
74 | OHX | D1 | 348 | 7/7 0.96 | 024 | 143,143.143,143 | 7
74 | OHX B1 3461 7/7 0.96 0.19 | 101,101,101,101 7
74 | OHX D1 3464 7/7 0.96 0.18 92,92,92,92 7
74 | OHX D1 3520 7/7 0.96 0.18 | 109,109,109,109 7
74 | OHX B1 3463 7/7 0.96 0.16 | 137,137,137,137 7
74 | OHX Al 1920 7/7 0.96 0.15 | 126,126,126,126 7
74 | OHX | AL | 1957 | /7 0.96 | 0.18 | 129,129.129.129 | 7
74 | OHX C1 1913 7/7 0.96 0.22 | 149,149,149,149 7
74 | OOX | Bl | 3455 | 7/7 0.96 | 0.20 | 134,134,134,134 | 7
74 | OHX D1 3497 7/7 0.96 0.37 99,99,99,99 7
74 | OHX B1 3605 7/7 0.96 0.26 52,52,52,52 7
74 | OHX B1 3501 7/7 0.96 0.31 99,99,99,99 7
74 | OHX B1 3495 7/7 0.96 0.31 | 108,108,108,108 7
74 | OHX DC 401 7/7 0.96 0.23 93,93,93,93 7
74 | OHX C1 1943 7/7 0.96 0.15 | 141,141,141,141 7
74 | OHX Al 1910 7/7 0.96 0.15 | 146,146,146,146 7
74 | OHX D1 3518 7/7 0.96 0.21 | 108,108,108,108 7
74 | OHX D1 3458 7/7 0.96 0.17 | 103,103,103,103 7
74 | OHX | C1 | 1937 | /7 0.96 | 0.17 | 124,124,124,124 | 7
74 | OHX D1 3540 7/7 0.96 0.20 85,85,85,85 7
74 | OHX B1 3439 7/7 0.96 0.24 90,90,90,90 7
74 | OHX Al 1979 7/7 0.96 0.19 81,81,81,81 7
74 | OHX D1 3491 7/7 0.96 0.25 37,37,37,37 7
74 | OOX | Bl | 3564 | 7/7 0.96 | 0.25 | 126,126,126126 | 7
74 | OHX C1 1936 7/7 0.96 0.34 | 126,126,126,126 7
74 | OHX | DI | 3592 | /7 0.96 | 023 | 118,118,118,118 | 7
74 | OHX Al 1992 7/7 0.96 0.43 45,45,45,45 7
74 | OHX | Al | 1914 | /7 0.96 | 0.21 | 145145145145 | 7
74 | OHX Al 1945 7/7 0.96 0.18 | 108,108,108,108 7
74 | OOX | C1 | 1961 | 7/7 0.96 | 0.18 | 101,101,101,101 | 7
74 | OHX Bl 3537 7/7 0.96 0.21 56,56,56,56 7
74 | OHX | Al | 1929 | /7 0.96 | 0.14 | 114,114,114,114 | 7
74 | OHX | DI | 3462 | /7 0.96 | 0.16 | 114,114,114,114 | 7
74 | OHX B1 3500 7/7 0.96 0.15 | 116,116,116,116 7
74 | OHX B1 3431 7/7 0.96 0.19 | 125,125,125,125 7
74 | OIIX | Bl | 3536 | 7/7 0.96 | 0.28 | 324324324324 | 7
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
74 | OHX B1 3542 7/7 0.96 0.38 64,64,64,64 7
74 | OHX D1 3584 7/7 0.96 0.27 A7,47.47,47 7
74 | OHX D1 3560 7/7 0.96 0.23 82,82,82,82 7
74 | OHX C1 1940 7/7 0.96 0.25 | 139,139,139,139 7
74 | OHX B1 3501 7/7 0.96 0.43 84,84,84,84 7
74 | OHX D1 3623 7/7 0.96 0.33 23,23,23,23 7
74 | OHX Al 1908 7/7 0.96 0.24 96,96,96,96 7
74 | OHX D1 3612 7/7 0.96 0.23 36,36,36,36 7
74 | OHX B1 3512 7/7 0.96 0.22 | 113,113,113,113 7
74 | OHX D1 3461 7/7 0.96 0.18 | 128,128,128,128 7
74 | OHX B1 3425 7/7 0.96 0.18 | 108,108,108,108 7
74 | OHX D1 3570 7/7 0.96 0.30 49,49,49,49 7
74 | OHX B1 3618 7/7 0.96 0.24 | 109,109,109,109 7
74 | OHX B1 3590 7/7 0.96 0.21 69,69,69,69 7
74 | OHX C1 1960 7/7 0.96 0.13 | 111,111,111,111 7
74 | OHX B3 205 7/7 0.96 0.14 | 123,123,123,123 7
74 | OHX B1 3516 7/7 0.96 0.21 | 136,136,136,136 7
74 | OHX | C1 | 1923 | /7 0.96 | 023 | 123,123.123,123 | 7
74 | OHX B1 3472 7/7 0.96 0.25 | 132,132,132,132 7
74 | OHX Al 1923 7/7 0.96 0.17 98,98,98,98 7
74 | OOX | C1 | 1908 | 7/7 0.97 | 0.15 | 104,104,104,104 | 7
74 | OHX D1 3435 7/7 0.97 0.18 92,92,92,92 7
74 | OHX D3 203 7/7 0.97 0.17 86,86,86,86 7
74 | OHX B1 3454 7/7 0.97 0.33 | 123,123,123,123 7
74 | OHX D1 3571 7/7 0.97 0.17 70T 7
74 | OHX | BL | 3519 /7 0.97 | 028 | 115.115,115,115 | 7
74 | OHX B1 3468 7/7 0.97 0.28 89,89,89,89 7
74 | OHX B1 3508 7/7 0.97 0.25 | 113,113,113,113 7
74 | OHX B1 3489 7/7 0.97 0.11 | 129,129,129,129 7
74 | OHX C1 1905 7/7 0.97 0.13 | 114,114,114,114 7
74 | OHX Al 1976 7/7 0.97 0.19 51,51,51,51 7
74 | OHX Al 1918 7/7 0.97 0.18 94,94,94,94 7
74 | OHX B1 3475 7/7 0.97 0.20 84,84,84,84 7
74 | OHX B1 3480 7/7 0.97 0.18 85,85,85,85 7
74 | OOX | Bl | 3436 | 7/7 0.97 | 0.17 | 104,104,104,104 | 7
74 | OLX | C1 | 1924 | 7/7 0.97 | 0.14 | 82,82,82.82 7
74 | OHX Bl 3426 7/7 0.97 0.17 | 111,111,111,111 7
74 | OHX B1 3478 7/7 0.97 0.14 | 110,110,110,110 7
74 | OHX | BL | 3453 | /7 0.97 | 024 | 127,127.127,127 | 7
74 | OHX D1 3451 7/7 0.97 0.22 | 112,112,112,112 7
74 | OHX D1 3487 7/7 0.97 0.24 | 103,103,103,103 7
74 | OHX C1 1922 7/7 0.97 0.18 | 142,142,142,142 7

Continued on next page...



Page 154

wwPDB X-ray Structure Validation Summary Report

4VTR

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
74 | OOX | Bl | 348 | 7/7 0.97 | 0.23 | 110,110,110.110 | 7
74 | OHX D1 3447 7/7 0.97 0.20 | 142,142,142,142 7
74 | OHX D1 3479 7/7 0.97 0.24 99,99,99,99 7
74 | OHX D1 3543 7/7 0.97 0.19 45,45,45,45 7
74 | OHX D1 3502 7/7 0.97 0.14 79,79,79,79 7
74 | OHX D1 3406 7/7 0.97 0.13 | 107,107,107,107 0
74 | OHX C1 1921 7/7 0.97 0.09 | 145,145,145,145 7
74 | OHX B1 3429 7/7 0.97 0.17 93,93,93,93 7
74 | OHX Al 1961 7/7 0.97 0.10 | 105,105,105,105 7
74 | OHX D1 3470 7/7 0.97 0.15 84,84,84,84 7
74 | OHX CS 101 7/7 0.97 0.18 46,46,46,46 7
74 | OHX B1 3496 7/7 0.97 0.15 | 122,122,122,122 7
74 | OHX C1 1909 7/7 0.97 0.14 | 130,130,130,130 7
74 | OOX | DI | 3465 | 7/7 0.97 | 0.16 | 101,101,101,101 | 7
74 | OHX B1 3443 7/7 0.97 0.21 | 134,134,134,134 7
74 | OHX D3 204 7/7 0.97 0.19 | 120,120,120,120 7
74 | OHX Al 1956 7/7 0.97 0.12 | 159,159,159,159 7
74 | OHX C1 1915 7/7 0.97 0.21 | 120,120,120,120 7
74 | OHX Al 1906 7/7 0.97 0.15 97,97,97.97 7
74 | OHX C1 1928 7/7 0.97 0.17 | 165,165,165,165 7
74 | OHX D1 3439 7/7 0.97 0.23 | 107,107,107,107 7
74 | OHX Al 1911 7/7 0.97 0.20 | 112,112,112,112 7
74 | OHX Bl 3433 7/7 0.97 0.19 98,98,98,98 7
74 | OHX Al 1975 7/7 0.97 0.17 67,67,67,67 7
74 | OHX D1 3416 7/7 0.97 0.16 | 108,108,108,108 7
74 | OHX B1 3482 7/7 0.97 0.19 | 111,111,111,111 7
74 | OHX D1 3565 7/7 0.97 0.23 60,60,60,60 7
74 | OHX D1 3443 7/7 0.97 0.16 96,96,96,96 7
74 | OHX D1 3425 7/7 0.97 0.16 | 126,126,126,126 7
74 | OHX Bl 3430 7/7 0.97 0.14 99,99,99,99 7
74 | OHX | D1 | 3413 | /7 0.97 | 023 |114,114,114,114 | 7
74 | OHX Al 1912 7/7 0.97 0.16 | 125,125,125,125 7
74 | OHX Al 1967 7/7 0.97 0.30 96,96,96,96 7
74 | OHX | D1 | 3453 | /7 0.97 | 0.24 | 124,124,124,124 | 7
74 | OHX B1 3444 7/7 0.97 0.15 | 111,111,111,111 7
74 | OHX Bl 3449 7/7 0.97 0.18 | 105,105,105,105 7
74 | OOX | Al | 1905| 7/7 0.97 | 0.17 | 118,118,118,118 | 0
74 | OHX Al 1916 7/7 0.97 0.14 91,91,91,91 7
74 | OHX D3 212 7/7 0.97 0.27 71,71,71,71 7
74 | OHX D2 206 7/7 0.97 0.16 85,85,85,85 7
74 | OHX B1 3451 7/7 0.97 0.17 86,86,86,86 7
74 | OHX B1 3492 7/7 0.97 0.14 70,70,70,70 7
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
74 | OOX | Al | 1909| 7/7 0.97 | 0.16 | 115115115115 | 7
74 | OHX C1 1912 7/7 0.97 0.15 | 117,117,117,117 7
74 | OOX | DI | 3608| 7/7 0.97 | 023 | 14,14,14,14 7
74 | OHX B1 3410 7/7 0.97 0.19 | 111,111,111,111 0
74 | OHX B1 3483 7/7 0.97 0.28 71,71,71,71 7
74 | OHX | BL | 3499 | /7 0.97 | 0.16 | 123,123,123,123 | 7
74 | OHX D1 3448 7/7 0.97 0.21 | 107,107,107,107 7
74 | OHX D1 3474 7/7 0.97 0.30 | 118,118,118,118 7
74 | OOX | Bl | 3467 | 7/7 0.97 | 0.15 | 119,119,119,119 | 7
74 | OOX | Bl |3403| 7/7 0.98 | 0.25 | 126,126,126,126 | 0
74 | OHX B1 3471 7/7 0.98 0.11 | 130,130,130,130 7
74 | OHX D1 3418 7/7 0.98 0.22 | 103,103,103,103 0
74 | OHX D1 3445 7/7 0.98 0.20 | 101,101,101,101 7
74 | OHX B1 3414 7/7 0.98 0.14 | 106,106,106,106 0
74 | OHX C1 1929 7/7 0.98 0.19 90,90,90,90 7
74 | OHX Bl 3452 7/7 0.98 0.19 | 134,134,134,134 7
74 | OHX B2 201 7/7 0.98 0.10 | 141,141,141,141 7
74 | OHX D1 3419 7/7 0.98 0.17 92,92,92,92 0
74 | OHX D1 3582 7/7 0.98 0.13 71,71,71,71 7
74 | OHX B1 3435 7/7 0.98 0.28 | 130,130,130,130 7
74 | OOX | Bl | 3466 | 7/7 0.98 | 0.17 | 120,120,120,120 | 7
74 | OHX B1 3409 7/7 0.98 0.18 | 122,122,122,122 0
74 | OHX Bl 3418 7/7 0.98 0.16 | 106,106,106,106 0
74 | OHX D1 3424 7/7 0.98 0.13 | 125,125,125,125 7
74 | OHX D1 3442 7/7 0.98 0.16 | 126,126,126,126 7
74 | OHX B1 3427 7/7 0.98 0.21 95,95,95,95 7
74 | OHX D1 3440 7/7 0.98 0.18 | 137,137,137,137 7
74 | OHX D1 3421 7/7 0.98 0.15 98,98,98,98 7
74 | OHX D1 3492 7/7 0.98 0.16 | 112,112,112,112 7
74 | OHX D1 3417 7/7 0.98 0.23 91,91,91,91 7
74 | OHX | Bl | 3458 | /7 0.98 | 029 |114,114,114,114 | 7
74 | OHX C1 1903 7/7 0.98 0.17 | 115,115,115,115 0
74 | OHX Ac 100 7/7 0.98 0.29 | 131,131,131,131 7
74 | OHX C1 1953 7/7 0.98 0.13 96,56,56,56 7
74 | OHX D1 3422 7/7 0.98 0.18 | 114,114,114,114 7
74 | OHX C1 1920 7/7 0.98 0.19 | 103,103,103,103 7
74 | OHX Bl 3428 7/7 0.98 0.15 | 109,109,109,109 7
74 | OHX B1 3432 7/7 0.98 0.19 79,79,79,79 7
74 | OHX Al 1907 7/7 0.98 0.22 | 111,111,111,111 7
74 | OHX B3 211 7/7 0.98 0.16 67,67,67,67 7
74 | OHX D1 3409 7/7 0.98 0.17 | 114,114,114,114 0
74 | OHX Al 1904 7/7 0.98 0.17 | 137,137,137,137 7
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
74 | OHX D1 3427 7/7 0.98 0.16 90,90,90,90 7
74 | OHX B1 3419 7/7 0.98 0.17 | 109,109,109,109 7
74 | OOX | DI | 3430 | 7/7 0.98 | 0.15 | 101,101,101,101 | 7
74 | OHX D1 3402 7/7 0.98 0.24 | 100,100,100,100 0
74 | OHX | D1 | 3405 | /7 0.98 | 0.20 | 110,110,110,110 | 0
74 | OHX D1 3431 7/7 0.98 0.13 | 109,109,109,109 7
74 | OHX D1 3450 7/7 0.98 0.21 | 112,112,112,112 7
74 | OHX B1 3404 7/7 0.98 0.15 | 114,114,114,114 0
74 | OHX Al 1913 7/7 0.98 0.11 | 135,135,135,135 7
74 | OOX | DI | 3456 | 7/7 0.98 | 0.20 | 131,131,131,131 | 7
74 | OHX B1 3417 7/7 0.98 0.12 | 102,102,102,102 0
74 | OHX D1 3432 7/7 0.98 0.18 | 100,100,100,100 7
74 | OHX C1 1925 7/7 0.98 0.12 | 116,116,116,116 7
74 | OHX D1 3446 7/7 0.98 0.15 83,83,83,83 7
74 | OHX B1 3460 7/7 0.98 0.16 | 137,137,137,137 7
74 | OLIX | DI | 3429 | 7/7 098 | 021 | 82.82,82.82 7
74 | OHX D1 3408 7/7 0.98 0.12 | 143,143,143,143 0
74 | OHX | Bl | 3477 | /7 0.98 | 0.19 | 101,101,101,101 | 7
74 | OHX D1 3452 7/7 0.98 0.09 94,94,94,94 7
74 | OHX C1 1914 7/7 0.98 0.12 | 128,128,128,128 7
74 | OHX B1 3411 7/7 0.98 0.15 | 105,105,105,105 0
74 | OHX Bg 101 7/7 0.98 0.17 79,79,79,79 7
74 | OHX Al 1931 7/7 0.98 0.14 96,96,96,96 7
74 | OHX D1 3401 7/7 0.98 0.24 96,96,96,96 0
74 | OHX B1 3407 7/7 0.98 0.14 | 105,105,105,105 0
74 | OHX B1 3440 7/7 0.98 0.19 | 105,105,105,105 7
74 | OHX D1 3411 7/7 0.98 0.16 | 117,117,117,117 0
74 | OHX D1 3441 7/7 0.98 0.20 | 124,124,124,124 7
74 | OHX B1 3441 7/7 0.98 0.20 | 129,129,129,129 7
74 | OHX Bl 3402 7/7 0.98 0.18 99,99,99,99 0
74 | OHX B3 202 7/7 0.98 0.15 | 116,116,116,116 0
74 | OHX | C1 | 1904 | /7 0.98 | 0.16 | 113,113,113,113 | 0
74 | OHX B1 3406 7/7 0.98 0.22 | 106,106,106,106 0
74 | OHX B3 201 7/7 0.99 0.19 | 117,117,117,117 0
74 | OHX B3 204 7/7 0.99 0.15 84,84,84,84 7
74 | OHX C1 1902 7/7 0.99 0.22 | 108,108,108,108 0
74 | OHX C1 1964 7/7 0.99 0.15 88,88,88,88 7
74 | OHX D1 3420 7/7 0.99 0.11 | 112,112,112,112 0
74 | OHX D1 3404 7/7 0.99 0.21 99,99,99,99 0
74 | OHX B1 3540 7/7 0.99 0.18 58,58,58,58 7
74 | OHX B1 3450 7/7 0.99 0.12 91,91,91,91 7
74 | OOX | DI | 3407 | 7/7 0.99 | 0.13 | 113,113,113,113 | 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
74 | OHX C1 1918 7/7 0.99 0.14 | 123,123,123,123 7
74 | OHX AS 101 7/7 0.99 0.14 29,29,29,29 7
74 | OHX Bl 3401 7/7 0.99 0.22 90,90,90,90 0
74 | OHX | D1 | 3414 | /7 0.99 | 0.11 | 114,114,114,114 | 0
74 | OHX Al 1902 7/7 0.99 0.14 | 112,112,112,112 0
74 | OHX | DI | 3436 | /7 0.99 | 0.19 | 125,125.125.125 | 7
74 | OHX B1 3413 7/7 0.99 0.12 | 106,106,106,106 7
74 | OHX D1 3415 7/7 0.99 0.11 | 139,139,139,139 0
74 | OHX B1 3408 7/7 0.99 0.20 98,98,98,98 0
74 | OHX Bl 3424 7/7 0.99 0.14 | 105,105,105,105 7
74 | OHX Al 1903 7/7 0.99 0.12 | 122,122,122,122 7
74 | OHX D3 202 7/7 0.99 0.13 | 116,116,116,116 0
74 | OHX B1 3423 7/7 0.99 0.21 91,91,91,91 7
74 | OHX B1 3447 7/7 0.99 0.16 | 126,126,126,126 7
74 | OHX BT 201 7/7 0.99 0.15 91,91,91,91 7
74 | OHX Bl 3416 7/7 0.99 0.18 | 113,113,113,113 0
74 | OHX B1 3442 7/7 0.99 0.17 89,89,89,89 7
74 | OHX B1 3434 7/7 0.99 0.17 | 102,102,102,102 7
74 | OHX D1 3434 7/7 0.99 0.13 7T 7
74 | OHX D1 3403 7/7 0.99 0.21 96,96,96,96 0
74 | OHX B1 3412 7/7 0.99 0.14 | 121,121,121,121 0
74 | OHX D1 3428 7/7 0.99 0.15 80,80,80,80 7
74 | OIX | DI | 3444 | 7/7 0.99 | 0.18 | 72,72,72.72 7
74 | OHX Dd 101 7/7 0.99 0.15 32,32,32,32 7
74 | OHX Bd 101 7/7 0.99 0.19 32,32,32,32 7
74 | OHX C1 1911 7/7 0.99 0.13 96,96,96,96 7
74 | OHX | C1 | 1906 | 7/7 0.99 | 0.17 | 101,101,101,101 | 7
74 | OHX D3 201 7/7 0.99 0.14 93,93,93,93 0
74 | OOX | C1 | 1907 | 7/7 0.99 | 0.14 | 123123,123123 | 7
74 | OHX DT 201 7/7 0.99 0.18 | 100,100,100,100 0
74 | OHX B1 3415 7/7 0.99 0.14 93,93,93,93 7
74 | OHX Bl 3421 7/7 0.99 0.18 | 141,141,141,141 0
74 | OHX D1 3426 7/7 0.99 0.17 | 112,112,112,112 7
74 | OHX D1 3438 7/7 0.99 0.12 98,98,98,98 7
74 | OHX C1 1917 7/7 0.99 0.15 | 130,130,130,130 7
74 | OHX D1 3412 7/7 0.99 0.18 | 126,126,126,126 0
74 | OOX | D2 | 201 | 7/7 0.99 | 0.13 | 94940494 7
74 | OHX C1 1901 7/7 0.99 0.16 | 100,100,100,100 0
74 | OHX D1 3437 7/7 0.99 0.24 | 103,103,103,103 7
74 | OHX | DI | 3455 | /7 0.99 | 0.13 | 110,110,110,110 | 7
74 | OOX | Bl | 3405 | 7/7 0.99 | 0.18 | 101,101,101,101 | 0
74 | OHX Al 1901 7/7 0.99 0.15 | 100,100,100,100 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
74 | OHX B1 3420 7/7 0.99 0.19 93,93,93,93 7
74 | OHX D1 3410 7/7 0.99 0.21 96,96,96,96 0
74 | OHX Bl 3422 7/7 0.99 0.12 93,93,93,93 7
74 | OHX | D1 | 3449 | /7 0.99 | 0.27 | 124,124,124124 | 7
74 | OHX B1 3445 7/7 0.99 0.12 | 113,113,113,113 7
74 | OHX D1 3423 7/7 0.99 0.12 88,88,88,88 7
74 | OHX B1 3464 7/7 0.99 0.17 89,89,89,89 7

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 OHX D1 3593:

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 OHX D3 211:

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 OHX A1 1930:

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 OHX B1 3602:

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




Page 163 wwPDB X-ray Structure Validation Summary Report

4VTR

Electron density around OHX A1l 1983:

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 OHX B1 3571:

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 OHX D1 3573:

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 OHX D1 3605:

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 OHX B1 3548:

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 OHX D1 3586:

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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