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

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

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

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

MolProbity : 4-5-2 with Phenix2.0
Mogul : 2022.3.0, CSD asb43be (2022)

Xtriage (Phenix) : 2.0

EDS : 3.0

Buster-report : wwPDB partial adaption of 1.1.7 (2018)
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
CCP4 : 9.0.010 (Gargrove)
Density-Fitness : 1.0.12
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.30 A.

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

Metric Percentile Ranks Value

Rfree NN (j— 253

Clashscore . 19

Ramachandran outliers N 16.6%
Sidechain outliers N 24.7%
RSRZ outliers I || I 5.6%

RNA backbone NN . .31

Worse Better

l Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution

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

Rfree 180053 1169 (3.32-3.28)

Clashscore 190562 1209 (3.32-3.28)

Ramachandran outliers 187476 1188 (3.32-3.28)

Sidechain outliers 187428 1187 (3.32-3.28)

RSRZ outliers 180081 1169 (3.32-3.28)

RNA backbone 3983 1048 (3.60-3.00)

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

Mol | Chain | Length Quality of chain
1 AA 1542 | "% 60% 29%
1 CA 1542 I/OT 57% 29%
2 AB 241 5-/011%_ 43% 28% =% 10%
2 CB 241 EAT 42% 29% - 10%

Continued on next page...

WORLDWIDE

sie

PROTEIN DATA BANK


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

Page 3 wwPDB X-ray Structure Validation Summary Report 4V9C
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Mol | Chain | Length Quality of chain
7%
h EE———
3 AC 233 22% 43% 20% o 12%
3%
_
3 CC 233 22% 21% 22% 1%
25%
F
4 AD 206 9% 30% 11%
19%
I — —
4 CD 206 13% 40% 7%
8%
h E——
5 AE 167 21% 38% 31% - 10%
1%
| .. -
5 CE 167 19% 51% 18% ~ 10%
%
6 AF 135 14% 22% . 26%
6%
6 CF 135 13% 30% 27% 5% 26%
8%
h EEE——
7 AG 179 24% 40% 17% : 16%
16%
7 CG 179 15% 45% 22% - 16%
10%
| .. —
8 AH 130 21% 38% 32% 8%
5%
8 CH 130 - 29% 2% 26% -
7%
I
9 Al 130 17% 48% 30% -
23%
I
9 CI 130 22% 21% 32% -
9%
h —
10 Al 103 25% 48% 21% . 5%
26%
I —
10 CJ 103 26% 42% 21% 6% 5%
5%
_ R
11 AK 129 21% 47% 21% . 9%
0%
11 CK 129 16% 47% 21% 7% 9%
9%
12 AL 124 13% 37% %
15%
12 CL 124 15% 49% 31% 5%
14%
| .. [—
13 AM 118 19% 50% 25% p—
20%
I — ——
13 CM 118 13% 33% 8%
20%
I e
14 AN 101 18% 47% 26% 5% 5%
28%
E——— S
14 CN 101 14% 50% 26% 5% 5%
10%
h
15 AO 89 25% 45% 25% -

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

Mol | Chain | Length Quality of chain
5%
]
15 CO &9 15% 45% 35%
26%
I —
16 AP 82 21% 48% 27% 5%
5%
e
16 CP 82 20% 45% 29% 6%
1%
| ..
17 AQ 84 21% 45% 26% . 5%
3%
I
17 CQ 84 12% 50% 24% 10% 5%
3%
| N
18 AR 75 11% 35% 23% 5% 27%
5%
| ..
18 CR 75 11% 33% 25% 27%
4%
|
19 AS 92 12% 46% 28% 14%
16%
]
19 CS 92 16% 42% 22% 5% 14%
25%
I —
20 AT 87 15% 51% 30%
3%
| ...
20 CcT 87 20% 52% 15% 11%
7%
F
21 AU 71 6% 38% 24% 28%
8%
F
21 CcuU 71 8% 35% 23% 6% 28%
22 AV 76 34% 46% 20%
1%
]
22 ()Y 76 11% 51% 38%
3%
_
23 AX 24 17% 25% 25% 33%
8%
| ..
23 CX 24 12% 38% 12% 38%
I
24 BA 2904 16% 57% 26%
%
24 DA 2904 21% 55% 24%
I
14% 65% 19%
25 BB 120
25 DB 120 22% 64% 12%
2%
e
23% 46% 26%
26 BC 273
8%
h
26 DC 273 23% 47% 23% 6% -
3%
-
27 BD 209 31% 47% 21%
3%
-
27 DD 209 33% 45% 20%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
%
28 BE 201 . 35% 43% 19%
%
28 | DE 21 | " o 53 —
7%
29 BF 179 29% 45% 22%
2%
29 DF 179 22% 43% 27% 6% -
%
30 BG 177 = 36% 44% 19%
7%
30 DG 177 — 34% 47% 18%
13%
| ...
31 BH 149 23% 50% 20% 6%
14%
31 DH 149 m_ 44% 31% 6%
11%
32 BI 142 — 54% 36% 0% -
17%
e
32 DI 142 35% 37% 23%
7%
33 BJ 142 29% 46% 22%
5%
33 DJ 142 30% 49% 20%
%
34 BK 123 24% 53% 21%
34 DK 123 33% 39% 28%
7%
35 BL 144 29% 45% 19% 6% -
5%
35 DL 144 31% 47% 19%
3%
36 BM 136 - 29% 48% 20%
7%
36 DM 136 - 27% 53% 17%
7%
_
37 BN 127 21% 48% 21% 6%
3%
37 DN 127 - 35% 43% 11% 6% 6%
11%
h
38 BO 117 28% 46% 21%
38 DO 117 T 7 48% 29% 6% -
5%
39 BP 115 34% 43% 18%
7%
39 DP 115 - 43% 38% 13%
7%
40 BQ 118 25% 54% 19%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
3%
40 DQ 118 - 25% 53% 18%
3%
41 | BR 103 | ™ = = —
7%
41 DR 103 - 28% 46% 24%
5%
_
42 BS 110 20% 45% 34%
%
42 DS 110 . 28% 48% 22% -
14%
e
43 BT 100 28% 40% 21% 7%
8%
43 DT 100 — 31% 41% 17% 7%
13%
44 | BU 104 | e S5 oo
7%
44 DU 104 — 37% 38% 19% 5% .
7%
45 BV 94 - 34% 37% 26%
3%
45 DV 94 - 36% 48% 15%
5%
46 BW 85 — 39% 34% 14% 12%
9%
h
46 DW 85 28% 42% 15% 11%
15%
...
47 BX 78 24% 50% 21%
3%
_
47 DX 78 21% 58% 18%
3%
48 BY 63 27% 60% 10%
8%
48 DY 63 11% 59% 24% N7
3%
49 BZ 59 - 31% 51% 17%
%
49 DZ 59 34% 53% 10%
7%
50 BO 57 39% 40% 11% 9%
7%
50 DO 57 33% 40% 19% 5% -
11%
h
51 B1 55 29% 51% 9% 9%
1%
L
51 D1 55 25% 42% 20% 9%
1%
h
52 B2 46 30% 33% 33%
13%
| ..
52 D2 46 22% 61% 17%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
2%
e -
53 B3 65 26% 49% 23% .
2%
h I
53 D3 65 31% 29% 34% 5% .
1%
54 B4 38 34% 47% 16%
3%
_ I
54 D4 38 21% 55% 18% 5%
5%
55 CY 185 e 50% 30% -

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
56 MG BA 3027 - - - X
56 MG BA 3037 - - - X
56 MG BA 3059 - - - X
56 MG BA 3135 - - - X
56 MG BA 3152 - - - X
56 MG BA 3155 - - - X
56 MG BA 3157 - - - X
56 MG CA 1629 - - - X
56 MG DA 3057 - - - X
56 MG DA 3081 - - - X
56 MG DA 3095 - - - X
56 MG DA 3129 - - - X
56 MG DA 3150 - - - X
56 MG DL 201 - - - X
57 | NMY AA 1655 - - X -
57 | NMY BA 3165 - - X -
57 | NMY DA 3190 - - X -
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2 Entry composition (i)

There are 59 unique types of molecules in this entry. The entry contains 293103 atoms, of which

0 are hydrogens and 0 are deuteriums.

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

atoms.

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

32995 14716 6050 10691 1538

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
1 AA 1539 33015 14725 6052 10699 1539 0 0 0
1 CA 1538 Total = C N O P 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AB 218 ’f(;gjll 10081 31(\)I5 3(1)1 g 0 0 0
2| B 28| 10 w08 a5 sn 7 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 AC 206 ?()jt;ll 1(%8 31(\)15 228 g 0 0 0
3 cC 206 ?Z;Zl 1(?28 31(\)I5 2(838 g 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 AD 20 ?2’?31 10C26 311]5 288 ZSL 0 0 0
4 CD 20 ?221 10026 311]5 288 ZSL 0 0 0

e Molecule 5 is a protein called 30S ribosomal protein S5.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 AE 150 1105 687 211 201 6 0 0 0
Total C N O S
5 CE 150 1105 687 211 201 6 0 0 0
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 AF 100 817 515 148 148 6 0 0 0
Total C N O S
6 CF 100 817 515 148 148 6 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 AG 151 1181 735 227 215 4 0 0 0
Total C N O S
7 CG 151 1181 735 227 215 4 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 | AH 129 9079 616 173 184 6 0 0 0
Total C N O S
8 | CH 129 079 616 173 184 6 0 0 0
e Molecule 9 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
9 | Al 127 1022 634 206 179 3 0 0 0
Total C N O S
9 | O 127 1022 634 206 179 3 0 0 0
e Molecule 10 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 Al % 786 493 150 142 1 0 0 0
Continued on next page...
gPDB
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

10 CJ 98 T;)E;g l 433 1120 122 ? 0 0 0
e Molecule 11 is a protein called 30S ribosomal protein S11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AK 17 1;30;?1 55130 11;14 120 § 0 0 0
1 CK 17 T807t;Ll 55110 11;14 1((?0 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 AL 123 1;)0;; 1 530 115\)16 1(6?5 ZSL 0 0 0
12 CL 123 12305? 1 550 115\)16 1((?5 ASL 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 AM L 1;30;; l 55136 11;18 1(5)6 2 0 0 0
13 CM L 1;30;; l 55136 11;18 1(5)6 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
14 AN %6 T7O7tj 1 4?3 1120 1C2)8 § 0 0 0
1) N %0 T s 100 198 3 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 AO 88 T701t2 l 4(?39 114\114 1(930 ? 0 0 0
15 co 88 T701téiL l 4(339 114\114 1(?30 ? 0 0 0
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e Molecule 16 is a protein called 30S ribosomal protein S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
16 AP 82 T;}Oigl 4%6 11;]8 1(1)4 ? 0
16 cP 82 Téoéltgl 4%6 11;18 1(1)4 ? 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
17 AQ 80 T(;Oéltg l 4?1 11;11 1(1)3 2 0
17 cQ 80 T(;Oélts l 4C111 11;11 1(1)3 2 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 | AR 55 1:;);58“1 2;38 81\2 51 0 0 0
18 | CR 55 o~ . 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR T N
RN T K
e Molecule 20 is a protein called 30S ribosomal protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
20 AT 85 1;506? l 4(131 11;))]7 1(1)4 2 0 0 0
20 CT 85 1;306? l 4(131 11;>I7 1(1)4 2 0 0 0

e Molecule 21 is a protein called 30S ribosomal protein S21.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 AU ol 425 265 86 73 1 0 0 0
Total C N O S
21 CU ol 425 265 86 73 1 0 0 0

e Molecule 22 is a RNA chain called Phenylalanine specific transfer RNA, tRNA-Phe.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AV 70 198 T2 00 531 76 0 0 0
221 OV 70 1095 T2 00 531 76 0 0 0

e Molecule 23 is a RNA chain called Messenger RNA, mRNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
23 AX 16 goig l 1?5 Eli\éi 1(39 1% 0 0 0
Bl X | b e O | 0 |0

e Molecule 24 is a RNA chain called 23S ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
24 BA 2897 (ril;oltgé 27(7]45 1114\1]46 20?07 2597 0 0 0
24 DA 2897 gQOfgé 27?45 1114\1]46 20(1)07 2597 0 0 0

e Molecule 25 is a RNA chain called 5S ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
25 BB 118 g‘gt;;l 11026 41(\5]4 8(2)1 11;8 0 0
25 bB 119 gggl 11(?35 41(\5]6 8(2)9 11;9 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
BB 12 C A SEE REMARK 999 | GB AP012306
DB 12 C A SEE REMARK 999 | GB AP012306
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e Molecule 26 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 BC 271 2082 1288 423 364 7 0 0 0
Total C N O S
26 bC 271 2082 1288 423 364 7 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
27 BD 209 1565 979 288 294 4 0 0 0
Total C N O S
27 bD 209 1565 979 288 294 4 0 0 0
e Molecule 28 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 BE 201 1552 974 283 290 5 0 0 0
Total C N O S
28 bE 201 1552 974 283 290 5 0 0 0
e Molecule 29 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 BF 17 1410 899 249 256 6 0 0 0
Total C N O S
29 DF 1 1410 899 249 256 6 0 0 0
e Molecule 30 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3 BG 176 1323 832 243 246 2 0 0 0
Total C N O S
3 DG 176 1323 832 243 246 2 0 0 0

e Molecule 31 is a protein called 50S ribosomal protein L9.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 BH 149 1110 699 197 213 1 0 0 0
Total C N O S
31 DH 149 1110 699 197 213 1 0 0 0
e Molecule 32 is a protein called 50S ribosomal protein L11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 B 141 1032 651 179 196 6 0 0 0
Total C N O S
32 DI 141 1032 651 179 196 6 0 0 0
e Molecule 33 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 i 142 1129 714 212 199 4 0 0 0
Total C N O S
33 DI 142 1129 714 212 199 4 0 0 0
e Molecule 34 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
34 BK 122 938 H87 180 165 6 0 0 0
Total C N O S
34 DK 122 938 5H87 180 165 6 0 0 0
e Molecule 35 is a protein called 50S ribosomal protein L15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
35 BL 143 1045 649 206 189 1 0 0 0
Total C N O S
35 DL 143 1045 649 206 189 1 0 0 0
e Molecule 36 is a protein called 50S ribosomal protein L16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 | BM 136 Total = C = N O 3 0 0 0

1074 686 205 177 6

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

36 bM 136 ?8;?11 6;16 21(\)15 1(7)7 2 0 0 0
e Molecule 37 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
37 BN 120 1;0531 5;]3 11;6 126 ? 0 0 0
37 DN 120 T906t8Ll 533 115\916 1((?6 ? 0 0 0

e Molecule 38 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
38 BO 116 1;30;2&1 5?2 11;18 1(6?2 0 0 0
38 bo 116 1;%05;1 5?2 11;8 1((?2 0 0 0

e Molecule 39 is a protein called 50S ribosomal protein L19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
39 BP L gof? l 5(734 11;19 1(6?3 ? 0 0 0
39 bp L gof? l 5(734 11;19 1(6?3 ? 0 0 0

e Molecule 40 is a protein called 50S ribosomal protein L20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
101 BQ U0 sr 102 15 ¥ 0 ¥
401 DY 17 gozf? l 6(54 11;2 1(5?1 0 0 0

e Molecule 41 is a protein called 50S ribosomal protein L21.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4| BR 05| 06 s 1w 15 o 0 0 0
4 | DR 05| 06 s 1w 15 o 0 0 0
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e Molecule 42 is a protein called 50S ribosomal protein L22.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
42 BS 110 T805t;Ll 5?2 11(\316 1(5)6 2 0 0 0
42 DS 110 20;?1 5?2 11(\316 1%)6 2 0 0 0

e Molecule 43 is a protein called 50S ribosomal protein L23.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
oo | ow [TEN ST
IR HEEEEE
e Molecule 44 is a protein called 50S ribosomal protein [.24.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 BU 102 1;);31 4;32 114\116 121 0 0 0
4 by 102 T7O7t§1 432 114\116 151)1 0 0 0

e Molecule 45 is a protein called 50S ribosomal protein L25.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
| BV o 5 a0 137 131 3 0 0 0
) DV o 5 a0 137 131 3 0 0 0

e Molecule 46 is a protein called 50S ribosomal protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
6 | BW | B s gy | 0 | 0 |0
16 bW 76 T;;gl 3(5]9 11117 1(33 ? 0 0 0

e Molecule 47 is a protein called 50S ribosomal protein L28.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
47 BX v 625 388 129 106 2 0 0
Total C N O S
47 DX v 625 388 129 106 2 0 0
e Molecule 48 is a protein called 50S ribosomal protein LL29.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 BY 63 509 313 99 95 2 0 0 0
Total C N O S
18 DY 63 509 313 99 95 2 0 0 0
e Molecule 49 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
49 BZ o8 449 281 &7 79 2 0 0 0
Total C N O S
49 b7 o8 449 281 &7 79 2 0 0 0
e Molecule 50 is a protein called 50S ribosomal protein L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
50 | BO o6 444 269 94 80 1 0 0 0
Total C N O S
50 | DO o6 444 269 94 80 1 0 0 0
e Molecule 51 is a protein called 50S ribosomal protein L33.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
o1 Bl o0 409 263 75 71 0 0 0
Total C N O
ol bl o0 409 263 75 71 0 0 0
e Molecule 52 is a protein called 50S ribosomal protein L34.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
52 B2 46 377 228 90 57 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
52 D2 46 377 228 90 57 2 0 0 0
e Molecule 53 is a protein called 50S ribosomal protein L35.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
53 B3 64 504 323 105 74 2 0 0 0
Total C N O S
53 D3 64 504 323 105 74 2 0 0 0
e Molecule 54 is a protein called 50S ribosomal protein L36.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o B4 38 302 185 65 48 4 0 0 0
Total C N O S
o4 D4 38 302 185 65 48 4 0 0 0
e Molecule 55 is a protein called Ribosome recycling factor, RRF.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
%5 cY 183 1423 874 260 283 6 0 0 0

e Molecule 56 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

56 AA 54 54 54 0 0

56 | AD | Toltal N{g 0 0

56 | AN 1 Toltal N{g 0 0
Total Mg

56 BA 163 163 163 0 0

56 | BB 3 Total Mg 0 0
3 3

56 | BC 1 Toltal N{g 0 0

56 | BQ 1 Toltal N{g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
56 CA 71 - 71 0
56 X 1 Total Mg 0
1 1
Total Mg
56 DA 187 187 187 0
Total Mg
56 DB 4 4 4 0
56 DE 1 Total Mg 0
1 1
56 DL 1 Total Mg 0
1 1
56 | DO 1 Toltal hgg 0

e Molecule 57 is NEOMYCIN (CCD ID: NMY) (formula: Ca3HigNgO13).

NMY

Mol | Chain | Residues Atoms ZeroOcc | AltConf
57 | AA 1 ol =% 0 0 0
57 | AA 1 ol =% 0 0 0
57 | AA 1 ol =% 0 0 0
57 | BA 1 ol =% 0 0 0
Continued on next page...
$roe
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
57 | BA 1 ngal 2% 12 % 0
57 | BA 1 ngal 2% 12 1% 0
57 | BA 1 ngal 2(; 12 1% 0
57 | BA 1 ngal 203 12 1% 0
57 | BA 1 ngal 2% 12 g 0
57 | BA 1 ngal 2% 12 ?3 0
57 | CA 1 ngal 2% 12 8 0
57 | DA 1 thzal 2% 12 1% 0
57 | DA 1 ngal 2% 12 g 0
57 | DA 1 ngal 2% 12 103 0
57 | DA 1 thzal 2% 12 103 0
57 | DA 1 ngal 2% 12 1% 0
57 | DA 1 ngal 2% 1(\; 1% 0
57 | DA 1 ngal 2% 12 1% 0

e Molecule 58 is ZINC ION (CCD ID: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
53 B4 1 Total Zn 0 0
1 1
58 | D4 1 Total - Zn 0 0
1 1
e Molecule 59 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
59 AA 188 188 188 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
50 | AD 9 Total O 0 0
9 9
50 | AK | Toltal (1) 0 0
Total O
59 | AN 4 o 0 0
Total O
59 | AT 9 A 0 0
5 | AU | Toltal ? 0 0
Total O
59 | BA 616 6 616 0 0
Total O
5 | BB 13 3 13 0 0
Total O
5 | BC 10 o 10 0 0
Total O
59 | BD 4 PR 0 0
Total O
59 BL 4 PR 0 0
59 | BN 1 Total O 0 0
11
Total O
5 | BT 3 S 0 0
Total O
5 | BU 3 S 0 0
50 | BV | Toltal (1) 0 0
59 B0 1 Total O 0 0
11
59 B3 1 Total - O 0 0
11
59 B4 1 Total - O 0 0
11
Total O
59 | CA 192 05 102 0 0
59 CcC 1 Total - O 0 0
11
59 CE 1 Total - O 0 0
11
50 | CL 1 Toltal ? 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | CON 6 Total O 0 0
6 6
Total O
5 | CT 9 A 0 0
Total O
59 | DA 627 o Gy 0 0
Total O
5 | DB 13 3 13 0 0
Total O
5 | DC 4 o 0 0
Total O
59 | DD 9 Ty 0 0
Total O
59 | DE 4 PR 0 0
59 | DF 1 Total O 0 0
11
Total O
59 | DL 7 A 0 0
Total O
59 | DN 9 A 0 0
59 | DQ 1 Toltal Cl) 0 0
59 DS 1 Total O 0 0
11
5 | DT 1 Total O 0 0
11
50 | DU | Toltal (1) 0 0
50 | DV | Toltal (1) 0 0
Total O
59 D3 9 A 0 0
59 D4 1 Toltal (1) 0 0
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3 Residue-property plots (i)

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

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

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

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

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

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

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

e Molecule 1: 16S ribosomal RNA

29%

60%

11%

Chain AA:

(420

(02 4

89D
LS8D

i
%50

[4n)
1SV

870

kel

gl
(079)

8€D

9€D
SED
%€0

1€D
6zn
8Ty
L2

€20

14
ozn

81D
10

STD
vin

o0
a
I:

T
oTv

LY

Sy
[}
o

zen

630

98D

v8n

[4:5)

08Y

8LV
LLY

TLY

69D

190
99V

By
©
o

S0€D

98¢0
S$8C0

£€82n
8Ty
782D

6.2V

8.LZH

Levn

0TSY

L0S0
905D

%050
€090
208V
T0SD

667V

2980

693V

859D

€58V
2SS0

0§59
6750

O

R LDWIDE
PROTEIN DATA BANK

W


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

wwPDB X-ray Structure Validation Summary Report 4V9C

Page 24

YELD

CTELD

6CLY
8TLY

92LD
STLD

el

0TLd
6TLD
8TLY

9TLY
STLY

86.N
L6.LD

S6.L0

T6.LD

(=3
<)
~
<

68.0
880

LLLY

SL.LD
YLLD
€LLD
cLL

0LLD
69.D
89.LY

S99.9
%9.D
€9

3

8G.D
LS.L0

2S.LD

0S8.LD
67.LY

LY LY

898D
L1580

SS80

€580

928D

28D

(441

0zsn
618V
818D

vi8v
€180
2189

018D
608D

08V
908D

vosn
€089

T080
008D
66.LD

| eTeV
816V
L7169

606V

688Y
888D

9889
9889

€880
2880
188D

6180
8.8V
1189

8L6V

656V

TY0TD

€20T0
(4494

L1010
9T0TV

Y101V
€T0TD
[q19a
TT0TD
01010

L0010

06010

€80T0
T80TV
T80TV

LL0TD

GSTTV

€STTD

TSTTY
0STTV
67110

LYT1D
Eidaa

4425
€VTTD

9ETTD

YETTD

L

0ETTV
6CTTD

L2T1D
92110

4425

ezTIn

-

LITTV

STTIN
Y1110

(4335
TITTV
OTTTV

80TTD
L0TTD
90TTD

70T1D

Plaan)
STV
veein
€2TTD
(444
T2eTd
0zeTd
61CTY

L1210
9121V
G121

60CTD
80CTD
021D
9021

€0CTD

L8TTD
98TTD
G8TTD

08TTY
6LITYV
mhmﬁc
SL11D
YLITD
€710
CTLTITD

69TTV

L9TTV
99TTD

88CTV

S8CTV
78C1D
€82T0

6.2TD

921D

v.ietv
€.21D
TLTTD

0421D
69CTV
89CTD
L9210
9921
S9CTD

€92TD
2921D
T9CTV

89CTD

(41444

0STTY
[izan)
8¥CTV

izan
S¥CID

Pzan)

6VETY
8¥eTNn
LYETD

SveTn
vYeTD
EVETD
CYETD

B6EETY

LEETD

SeeTn
veeTd
EEETY

TEETD
0EETN
6CZETY

SCETD
vCeTy
€CETD

TZETN

6TIETY

9TETD
STETN
YIETD
€IETN

TIETV

60ETD

LOETN
90€TY

Y0ETD
€0ETD

621D
9621D
S62TN

€6CTD

6210
06219

60710
LOPTD
90¥1Nn
SOPTD
i)
€0%TD
[4v4%)

66ETD
86ETY

96ETY

€6ETN
TBETD
T6ETN
06€TN
68ETD
88ETD
L8ETD
98€TD
G8ETD

T8ETN
08ETN

SLETY
VLETY
€LETD
cLETN
TLETD
0LETD
69€TD

L9ETD
99€TD

C9ETY

8SETN

7SeTn
€GETD
CTSETD
TSETN

v.ivin
€LVTD
cLyIn
TL710

99%10
SOPTV

€5V1D
[4si4 5]

0S¥
6%%10

oVPIV

LETTY

(47290
6171D

ASAS)
9T¥1D

115444

11710
(1544 4

9CSTH

%2s10
€2CSTD
2esTn
12810
0231
6TGTY

9TSTD

STSTD

€ISTV
(45151

0TSTO

80STV

S0GTD
%0519
€0STY
COSTY
T0STD
00STY
6671V

L6YTD

S671N

06710
68%TD
88%1D
L8%1D

98710

€8V TV
281D
8710

6.%10

LLYT0
9LYTV
SL¥TD

0%STN

8ESTO
LESTN

16S ribosomal RNA

e Molecule 1

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 25

29%

s M8
=} O

57%

X
<
—

Chain CA

zon

09V
6SV

159
9sn
SSY

€SV

IOI
5
(5]

© I~ 0
M M m
[S=3)

SE€D

6zn
8TV

S

3

ozn

810

710

(4%
1%

8V

n
ey
[44

8110

LOTD

S0TD
701D

(495

660
86V

921d

€ecIn

EiZ4

slen

91€0
STEV

21€ed

98€D
98€D

£8€V

967V
S6VV
V67D

087N

LLYD

9.¥0

€L%0

.90
0L%D
69%0

97N

09%V
6SVY

LS¥D

SS¥D

€5¥D

2oV
0290

L1799
9199

895D

995D
S9SN

v89n

799D
€99V
299N

0990
659N

S%9D

€%90
cvov
790

6€9D

9g9N
SE9Y

9€.LD
SE€LD

0TLD

LTL0
9TLY

vILD
€TLD

0TLD
60L0

0.0

S0.LD
70LY

T0L0
004D

1690
969Y
S69Y

8€8D

9€8D
s8N

G269
%260
€26V
2eed
Tzen
0ozen
616V
816V

ST6V

0760
606V
806V

906V

i

Toey
006V
668D

968D
$68D
768D
€680
268Y

888D

988D

v88n
€880
2880
188D
088D
618D

118D

S§.80
.89
€.8Y

TL80
0480

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 26

0001V

966V
$660

6860
886D
186D
986N

F

7.6V

2¢L6D

901N

09070

LS0TD

SS0TV

2S0TNn

8701
Ly0T1D
90TV
SY0TD

cvoTyY
901D
0%0Tn
6€0TD
8E0TD

SEOTY

0€0TN

8C0TD

%201D

(440 )

6T0TV

L1070
9T0TY

y101Vv
€101
CT0TY

60010

900TD
S00TV

T00TD

12110

61110

91T1Nn
STTTN

€TT1D

122234
OTTTY

LOTTO

SOTTY

€0TTD

TOTTV
00TTD
660TD

L60TD
96070

€60TY
C60TY
16070

L80TD

S80TN
%8019
€80TN
280TY

080TV

LLOTD

SL0T0
%010
€L0T0
thﬂu
890TD
L90TY

L8TTD
98T1D
S8TTD
¥8T1D

28T1D
T8T1D
08TTV
6LTTV

LLTTD
9LTTY

|

CTLTTD
TLTTV
OLTTY

89110
99T1D

S9TTN
%911

6STTN

1%

0STTY

8v11In

~
<
-
—
O

3
Z
o

07110

8ETTD

9ETTD

YETTD

CETTD
T€TTD
0ETTY
62110

921N

S6TTD
76110

(4122

@ 0611D
68T1TN
@ 8811V

60€TD

L0ETN
90€TY

70€TD

69CTV
89CTD

TSCTV
0SCTY
[Sizan)

0LETD
69€TO

6GETO

LSETY

CSETO
TSETN
0SETY
6VETY
8¥eTN
LYETD
9VETY

CYETD

6EETY

0ZETD

STETN

e Molecule 2

€TETN

0TETD

e TvvIv
ovvIn
6EVTD

LEVTV
9EVTN
SEVID

CEVID

TEVTIV

8TV IV

0zyIn
6T71D
8TVIV

80%TV
LO%TD
90%TN

70%10

3

88€TD
L8ETD

9LETN

vLETY
€LETD
cLETN
TLETD

80STV

S0STH
%0S1D
€0STY
COSTV
TOSTO

0S¥TA
67710

PAsdAl

SvyIn

9€STD

SCSTH
7451
€291D
zesmn
12310
(4] 5]
B6TGTV
8TIGTV

9TSTD

71510
E€TISTY
[As=pa

30S ribosomal protein S2

10%

8%

28%

43%

< @

N N

Iz.n‘
[ X}

11%

5%

Chain AB

791
€SV
[4skcs
TSN
0S84

©
<
IH.

o
<
— |

0%I

8EA

b

€€D

TEI

o
o
[

Tey

~ o
— N
IoIl-‘

v
€19
{434

0T1

[441)]

8114

STIX
4958

TITL

D
(=2}
(]

1671
96M
S64
Y6H

L

o

o
I>I

o
D
B

680

o
oo}
IQ

6LY
8.4

2K

0LA
694

3

LLIN

YLIN

CTLIY

6973
89TH
L91Q

S91Q

® 2914

09TV
6STQ

981D

PSIN
€51a

0S1D
671D

[445cs
15498

8ETL
LETY

SETT
YeTv

TEH
0ETL

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 27

9zes
El44:

€224

j144

612V
® 812V

€1CA

® 11Tl

308 ribosomal prote

602V

902V

v02a
€02N
20zd
T02d

66TA
86Td

96TA
S6TD

06TN

S2

11

e Molecule 2

1oV

8GN
187
9G4

10%

791

084
67N
8%d
LYA

o oYL
z .

<
<
15

8EA

°
o
o
a

42%
©
£

o
10
I
A

[
5
S
=

1144
ozl

)
—
o

©
g
I:l=

16%
w
=

4%

Chain CB

¥Z1D

(441}

1111

98S

v8v

®
«Q
<

9LY

N
& <

— N
N~
(TR

694

261a
1618
06TN
68TL

6LTT

SL1d
YLIA

TLIV

89TH

99TV
® 9S91d
YITI

2914

SST1D

CETH

fraas
j144))

S3

{444

81ey
L12A

v1e1
€TCK
[q54¢

602V

308 ribosomal prote

$502a

£0CN

86Td
L67Q

S6TD
761Q

11

e Molecule 3

12%

20%

43%

7%
Chain AC: 22%

B
©
<

694
fisicy
LSI
9GA

€GS
2SA
188
oSV

LY

ovd
S

(4729

0%y

8%
Led
9ea
S€S
vea
€e1
2eN
Tea
oey
624
824

SN

€cd
(44

0zs

~ o
~E S
H X

8TM
L1d

€19
(4!
Ty
0TI

69

SH
SA

€b
[43)

-
oo}
o

<
~
o

0LL
69H

S9Y4
79I

S6TA

€6TA
® 611

1818
98TL

781X

08TV
6.74

cL1d

9914
® S9T1L

® 1914

LSTT

S99
7518

(415

0STX

S71D

€71
0%IN
6ETD

LETY
9ETY

EETY
CETH

0ETA

L02I
feloract

€0cd

T0ZH
00ZA

LBTD

S3

n

30S ribosomal prote

e Molecule 3

12%

22%

41%

22%

+ 0
— —
= =

3%

Chain CC

S94

€98

09d
654

198

LY1

® <T¥i
134

LE4

ZEN

8¢d

N MW
aNaAa
==

BTN

(491

0TI

Ld
9H
SA

0€Td

92Td

7C11
€TI0
(445

6118
811d
LTTY
9TTA

7111

90TA
S0TH

O

R LDWIDE
PROTEIN DATA BANK

€0TI

86d

(454
T6A

N © © O
e} [=] © 0
II[ﬂ IIIIIIM II‘” = II

0831

LLI

SLI
¥.LD
€Ld
(X}
TLY

W



4V9oC

wwPDB X-ray Structure Validation Summary Report

Page 28

9LTH

® v.id
ELTA
TLTY

0L73
6974
89TA

914
€91V

1914

831D
LSTT
98Ty
SSTD

® €STA
[4]xcs

0STX

8%1D

i44%!

[474578

O7IN
6ETD
8ETA
LETY

SETAH

e Molecule 4

® E€EIv
CcETH
Te€TH

0Ty
€024

T0CTM

86TA

S6TA

® €61X%
2611
T6TL

in S4

30S ribosomal prote

25%

11%

30%

49%

9%

Chain AD

954

0€L

LN
@ o
ISR
H A

[
< ~
N 5]
.UI<

(453

N ™M ©

€0TA
COTA

® O00IN
66d
861
164

281

I§

e LM
® 9%
® Sk

— N
O~
(=g

I
=

®
0O~ 0 O
©lo© OO0
><II:> |
il

[ IS
Q ©
@

cod

€§TS

® CviA

TETN

® 6CTA

121D
9CIN

YCIN

[4aa 4

9024
S0Zs
702A

cozcd
o T0ZA |
0021
6611
86TH

€61V

T6TT

1874

® S§81Y
7814

S4

n

30S ribosomal prote

e Molecule 4

X
~
X
o
<
X
o
<
5
R
m
—
=
o
o]
S

[ X ]
~
0
(5l

{41

6%S
871

® I

D
[}
o

[
© I~
o o
o< II

o000 (X}
W o~ w0
NN ¥ ]
CEm < X HH

]
o
i

121

°
~
=
Il-'.

)
—
(%]

e1d

o
—
©n

(XX ] (]
o
Iq-

YCIN
€CTI

13458
0CTH
611S

STTY
4211

(4334

® 801D

901D
® SOTW
4%

861

96D
S6d

{43

N~ D ~
el i< a
o = =]

0o8v
6LV
LLY

LN

TLD

891

S9A

0LTM

S9TH
791h

® <291V

8GTV
LSTY
9GTH

T9TH
0STH

xS

EVIA
(47478

@® 6€ld

LETA

YETS

CETI
TEIN
0ETA

8¢TH
21D

70Tk

® <cozd

308 ribosomal prote

L6714

68T1S

S5

111

e Molecule 5

8%

€9V

90
091

10%

1G8d

©
el
=

[4c)’s

31%

LD
9vA

(474

R LDWIDE

© o
m M
==

38%
©

[

fo2
I3
o

TCA

L

® 91I

21%

)
-
NE)

(0] %1

Chain AE

O

PROTEIN DATA BANK

W



Page 29 wwPDB X-ray Structure Validation Summary Report

4V9oC

L] o o o

o = 10 © i~ ) ©ON 0O o @
NOOO - N® YW Q = [ =3 YW~ S o o © oo - = - AN IS
©OOENENNN D 00 0 QS P O DN D el ! - Rl =] ol
S@ERE=ESH=>< (SR omE O SmEocn<nMK T HH < < m><o>m >

o o [

o 0 © o= A MW oSN A o
(] ] SRR I A < 1D W0 00 W0 e}
- - o P e e e A =1
(3] = > BEHAQO Al naE=EE< X

e Molecule 5: 30S ribosomal protein S5

11%

. -
Chain CE: 19% 51% 18% Y 10%

E13
D41
G42

o651 @
K52
453
R54

°
N o oS wo~ o o
o @l~ © O - Ao © oo o e et 3]
© © Q@KLK EN ~ o pajenipay o) pa —
<= =SEE==H= =} [CHSRT) <>AaM|>< =

w0
N
I<
.

[ ] e o
888 CEEERER] Bl ERpEREE
< X < M BHHAUDA == AR E > X
e Molecule 6: 308 ribosomal protein S6
2%
Chain AF: 14% 36% 22% : 26%
[ ]
o o0 w0 ~ o b o w0 N~ o o Bl < O I~ - N N~ [} [\ O N~ 0O ~
[ ) [ ]
A [ ﬂml.‘e oMo %.glg
=< o ama |2 o =2 = o m
e Molecule 6: 30S ribosomal protein S6
6%
Chain CF: = 13% 30% 27% 5% 26%

0 © N~

A32
G34
H37
E40
D41
Q46
L47
K53
L54
K56
Y59
L61

M62
E65
K93
H94
S100

>
&

e Molecule 7: 30S ribosomal protein S7

WO RLDWIDE

eP

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 30

16%

17%

40%

24%
.

8%

Chain AG

89N
194

S9V
7oA

™
©
I“"‘

T9Y

854

ei=h)

3s

® 0§91
6L

Eidl

4728

7S

6EY
8EL

veD

TEW

®

o
@
e}

o
o
IZI

seH
441

Tca

L

91d

€11

[
[
—
h

[

€ETL
CETD

8CTV
LTTV

SC1s
443"

2CIN
11441

6TTY
8111
LITV

ST1S

€110
(435

OTTH

LOTY
9074
SOTA
¥0TI

TOTH
00TY
661
® 86V

S64

T6A

[

o 0

® ©
Hn. >I

€8S

18D

2
5

o
o ¢ w
e pm
> >

3

[
©
=

T84
0STV

8V TN

308 ribosomal protein S7

ov1d

4%

8ETH
LETH

SETA

e Molecule 7

16%

22%

45%

16%
15%

Chain CG

TV

ip)

[4sii]
TSV

6L

PA
il

14728
E7A

7S

6EV

@
I
[

©
0
B

—
2]
=

82N

gey
v
€21

Tea

LT

©
=
o,

¥1d

LN )
N o
]
H o4

T3

o o
[
=4

®
o @ 0o~ o
[ - B ERERY)

6174

9TTH

€11Q

® OId
6014
80TV
LOTY

308 ribosomal protein S8

e Molecule 8

10%

994
S9&

8% -
.'

© o
0 0
[

0 o ©
g & wn
a B3

32%
wn
&

)
<
5]

SEV
YeEA

Tex

38%

0 ©
AR
|||||}.. -F I||||

6CS

@ o
-
< <

8Th

21%
~
S

Chain AH

0ETY

8CTA
1210

€CTD
(445}

90TL
S0TS

(4934

86D

S6A
ey
€6d

163

683

784

30S ribosomal protein S8

289D
T8d

L4

e Molecule 8

€.4

5%

26%

42%

29%

Chain CH

3

994
S9&
7ox
€91

oo ~
[re} ©
= =}

0 ©
0 w0
B X

€99

TSA
0S84

8¥%d

0%1

Ley
9€T
sey

+

Ted

8¢d

[
N
S
<

]
N
£

30S ribosomal protein S9

81h

1211
0ZTd
6TTY

STTV
235

CITL

L0TS

S0TS

961

0
)
>

€6d
261

06d

1834
984

6.8

LY

SLI

e Molecule 9

€L4

oLy

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 31

17%

30%

48%

17%

Chain AI:

Sy
0
=}

TS8d

L]
674

LED

by
=2}
=

€ed
(430

[ ]
e 0 N~ o N O =AM
© ©0 © N~ ~ 200000000
>~ B> o H O H B

[4qx:s
e 1TC1V
@ 0TId
o 6T |

8111

LT1D

STTY

€TTH
(435

L0TQ@
90Ty

voTA
€074

TOTV
007X

861
164

264
T6d
064
684
88N

3]
©
=]

® O0€1yd
® 8TISs
® /LT14d

® w21y
€2Td

e Molecule 9: 30S ribosomal protein S9

32%

41%

23%
22%

Chain CI:

« 5%

21%

o 684
1 X
@
o o
—
N
62 m
o w1 &
123 o
929 e
mmz o
—
121 <
ozd m
6TA o
195)
o
o =
318 — =2
N ~N
)
e I e
e 6. oo
° 8w o o
o LD —
89 9Ly < ..
m - =
iZ25) 5) <
sb < a
o =
M o
0.9 <=
| e ogTy ° @)

®
10
©
II>4

®

o
re!
=

Sve

—
<
[

vev
£€D

Lea
961

vev

e Molecule 10: 30S ribosomal protein S10

261
Tea
0671
684

26%

5%

6%

21%

42%

26%

Chain CJ:

S9&
790
€9d
(4L

09a

8GN

9GH
SGd

© o o0 ¢ N~ 2] oo} o
g @ o ] i < &0
s> < o< A o e

vca

€14

(434

)

[t
~

—
i
[9p]
=
o
)
e
o}
—
o
—
=
e}
n
o
e}
ot
—
N
jan]
™
—
—
<]
—
=
(]
<]
—
MO
[

061

88
181

S8d

€81
{428
184

6.d

~
©
-

D E

O

R L DWI
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 32

9%

SN NEHO N RNO o
> (7

21%

47%

21%

5%

Chain AK:

*

ooV

]
<
o

< w0 ©
& <«
=< B

(4748

6€D

9ed

el
€eL
CTEA

0eL
62N
8CN

9zs
sev

€21
CCH

81d

9TA

€14

® 9TIA

® €¢id
[4qx°¥

8TTH

ST1d

(431

OTTI

80TL

701D

[4Ja )
TOIN

864

S6S
64

26D

06D

88D

S8

€84
T8N
6.1

8.9
LLK

cLua

0Ld
694

e Molecule 11: 308 ribosomal protein S11

o9V

BN
o
N
~
R
—
~
R
~
<
g

N &

=}

—
=
or—
<
S

09d

< 0 © o
[Tt 0 0
T 0 wn e

19D
0SS

443
€7D
{4741

O7N
6€D
8eh

9€d

® VeI

[
m M
El

@
N
=

® 9¢s

¥CH

[ ]
0 © o) = o T W ©
0 © 0 o O D O O
= > o AT B wn e

1144

L1S

1210
0ZTH

L11d
9TTI
ST1d
PITL
ETTA
(431

60TN
90TY4
[4Ja )

TOTN
00TT

[
o
@
X

[
© N~ ©
NS
IIIIII[’.l me II

I
=
a

TLY
0LD

891
L9V
99V

790

(424

@® 6CTIA

prax:s

e Molecule 12: 30S ribosomal protein S12

9%

37%

)
.Q‘I
o

40%

9%
13%

Chain AL:

194

LST
96y

AL
€90

691
iidl

vl
oL
6EL

9EY

€EA
zed
Ted

[4x:1
11d

o
o)
~

N M © ~

N M o~ o
© © © © ~
(S > =

0TTA

811D

601d

TOTV

e

L6L

0671

781

IC>
©
-

LLIH
9.3

ELN

e Molecule 12: 30S ribosomal protein S12

31%

49%

15%
15%

Chain CL:

® o N M © 0 O O
N 2] M mm 2 m | S
< £ T =0 Ll sl 2l

I
~
I::I

4L
€80

183
0y
671
i
LYS
9PN
Svd

o
<
A

—
N
=

8T
LTV
9TA
STH
j4xS

(0)5:1
64
8A

SN
A

(44

96H

269

e Molecule 13: 30S ribosomal protein S13

680

L8A
98y
S8D
78D

18T
081

.
S
I=I

0
~
o

o
~
=

25%

50%

14%
19%

Chain AM:

D E

O

R L DWI
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 33

SEV
e
EEHS

®
©
I
(&

ozl

81V
LTI

STV

®
o
-~
o

N ™M w © 0 o

ST1d

€TTY

01T
6014
80T.L

90TV

7011l
€0TX
20Tl
T0TH
0010

L6A
96d

1

c6d

06y
e 681
88D

984

78D

®
-
®
=

e

o

S
IIIIIIIIIIH:II

o
~
]

691
890

e Molecule 13: 30S ribosomal protein S13

8%

33%

43%

20%

13%

Chain CM:

@ 097

.—————_
€SI

[}
<
12

42!
EVA

(434

STV
¥TH
€14
CTH
11d

61
8N

5%

5%

OTTX

26%

80TL

[
0
o)
p

47%

064
681
184
984
z8a
T8N
081
6.4
8L

20%
18%

e Molecule 14: 30S ribosomal protein S14

Chain AN:

198

[
< 10 © 3
0 10 0 o
ann

19T

670

EVN

54

SEV

cea
1es
0€I

e ¥ev

(4o}

il
N~ o (3] 0 N~ 0 O o
E5N %R e ©@omeo oo =)
[T NN <<= 1

6TA
8T

(4%
T

e Molecule 14: 308 ribosomal protein S14

63

(X}
2

LV

66V

©
[}
B

961

9L

89D

e 99

€94

X

n

BN

n

X

o

o~

EN

o

n
R
0
o~

X

<

—

=

o

o]

mmw

654

9GS

@
3 2
(=2 o

LYY

1444
® EWN

gt

SEV
PEN

T€S

621

9T1
® Scd

£€ecy

(X )
o 10
© 0 @Q
X >/

e Molecule 15: 30S ribosomal protein S15

0zcd

8T
L1a
9TV
@ ST1

000000000OOCO
o
~
[y

oTA
64
84
LY

SW
7S

v

25%

@® 00TS

[

N

2]
45%

16D
064
681
88Y

e 984

o
©
%]

25%

S.4

10%

[

™
Q
o

Chain AO:

ovd

@
D © N~ QO
O mmn o
oH=z@:4a

-
o
-

€D

.
5

€18

D E

R L DWI
PROTEIN DATA BANK

w_ 0



Page 34 wwPDB X-ray Structure Validation Summary Report

4V9oC

e Molecule 15: 308 ribosomal protein S15

15%
. ] —
Chain CO: 15% 45% 35% —

] [ ] (] o0 ° (] o (]
o o <~ — N m [re) <) o o ® ~ [} - m o © o =N m o

N M W0 N Pl ] NN AN @0 Mo om0 Sy ST S S B0 0 W © ©
00 B E< >nmE o« aBvne o><Jd4ae Sl A o0 T n=mm AET n g >0

(X ] LX)
oMo — ™S W o o - S @
© ©© Q SENENN ® 0 @ @
oxE X MExA>< (=]

e Molecule 16: 308 ribosomal protein S16
26%
. N —
Chain AP: 21% 48% 27% 5%

° o o o0 o o o o ° ° e o o ° ° o o
o ) ~ ) — o © < 0 o - N~ OO < 0 @ o oN M

= = Mo x A > - - (=] = [ = S o == o= oo
° e o
iwmo-«wmwlhwlol

©ONKNNNN N~ o

nAE@><<J (S B9
e Molecule 16: 30S ribosomal protein S16

15%

Chain CP: E 9 9 G

aln . 20% 45% 29% 6%
o o o o ° o0 °
I Il °-“’I'”I°’°I°’l"’.°’.""’I"°°°’°l‘°.'\°°°’l“l‘°l‘”l'\l°’°
N ™ 0 Qo - — — — N (5] N N oM oM Mmmmn S < & S wn w wn w n ©
= ~ /@ m o [ > - > < ~ = [ -] O = < 23] 5N ~ [=} [=} =] - =

[ ] [ ] [ X )
=m0 @ - © ~
©© © O Q © ~ ISR
S8 o0 < 2] = )

e Molecule 17: 308 ribosomal protein S17

11%
Chain AQ: 21% 45% 26% - 5%
o [ ) LN N [ ] [ ] (]
o < 0 © © o ~ o < ONW”O A N~ o O —- N M0 N~
0 © N~ 0 — o i N o oM oM mmmnomnd S ﬁ'ﬁ‘& 0 W W0 w0 w0 w w
He A o n AXx 53] 1] ~ o> MLHNXM @B oA 20800 H =

™ © I~ © o N o EHo I~ o
© © © O O SN~ NS
(=] [ wnx= >;|>

e Molecule 17: 30S ribosomal protein S17

13%
Chain CQ: ~ 12% 50% 24% 10% 5%
() o ® [ X ] o o @ ® ®
<+ w N~ - o - N NN o0 | oM [l < < & < w [re) w w o
oA B A < ax B = e i H o> 1< ~ =g =} = o ==\

WO RLDWIDE

PROTEIN DATA BANK



Page 35 wwPDB X-ray Structure Validation Summary Report

4V9oC

Vg3 @

< W O N~ - AaNom 0 o O N
w © © O © © SN~~~ ~ & Bl o
o@A dn X wn=b >> @<

e Molecule 18: 30S ribosomal protein S18
4%
Chain AR: " 11% 35% 23% 5% 27%

° o
o N ™ ~ o © o o ) o [ ~ o
N a o ] 0 & < < n [r) 0 ©
_L"]I':‘ - l"l"l I¥I>Iml[“-=‘la-¢l=‘

e Molecule 18: 308 ribosomal protein S18
5%
Chain CR: ™ 115 33% 25% : 27%

(X )
N MW =3 ©
NN @D 7]
AsXkaH< £~ 21
(X ]

< ~ o <

© © = ~

> =l > o

e Molecule 19: 30S ribosomal protein S19
14%
Chain AS: ™ 12% 46% 28% 14%

o (X ] ()
— N oo ~ © o - o < N~ o
[re) @ g Qo < S 0 10 B W ) o
| (] Xa> ©A BEH< D =ES o =
(] °
0O~ ® N ® @O o
© © QOO NN~ SN © ®
AlM=E>0 O Mo ~ >~

e Molecule 19: 308 ribosomal protein S19
16%
Chain CS: Tl 42% 22% 5% 14%

(] oo o o0 o (]
o © ool N <
] N~ Rl [ ™ < *
o B 1= o n o =
(]
2 teereRgs
- 1= o 2

e Molecule 20: 30S ribosomal protein S20
25%
. E—
Chain AT: 15% 51% 30% -

K24 @
Y32
133
T34
E35
S36

R61
A62
R63
L65
S66
P69
Y70

N31

K38
139
V40
P41
S42
R43
144
Y51
Q52
R53
Q54
L55
A56

< w0 O~ AN Mm YW © O O N~
© o o mgmmm m M < <
X oA — H=w n B -

P76 @

N oo 0o o o 0 DO = NMm OMlW © I~ (o] ®
HHH A H A NN R R R R R] 0 QW WwLw o ©
AT AAdNNX>HXS>H MXA e B < moZEad> 1

D64 @
M66 ©




4V9oC

wwPDB X-ray Structure Validation Summary Report

Page 36

094 e 89H
65 o
19
° mS 09
95d . 699
s e 19 | 89
® AN < 09y 190
| gsa - ® £sn o 99n
o 18a < e gan < ° ~ oV
gy 9ad 1% zav 1% gy £99
- — © P " B _
< HSH [ | ® s8iv
LY th £9d 194 L4 ) 090
l ~ zsN 9vi o 9w = 630
184 P o v W) sy
a2 oSV | wvE ! A_n 159
sv0 e i en . T
a0 gy o vl S ° Z, san
Loy LY o 1vd o | owen
ova 9%y ° - €99
6€1 ° I 6€d - |z
® S8ty ® 8ei o < 150
o LV 66T o ® ° < 0sn
9tk ] BN ° o Z ) 670
3 5 =R
98k ~ ° & agy 870
SEN ey o~ o ved -
e c8) £eY £e4 9
ze1 o ° zen zen 0 apn
>
Ted o & — €8 — Ted =i 7
l s i T84 a e oy a oV © ]
° wn 0£L wn 6271 wn l e %)
8zH 624 070
]
l m 8TH .am.V oI m 129 = 6en
.o r—
18V ) o lem L 9TV L S 8EY
szy 1) mwm o) o) ° b}
I — — [ — [ o,
£z &N €zs o8 o8 ) %) gev
z8b — o v — o — ° o €D
= o
T8V m m w m 0 m o osen
° 081 . zen
6TY e} o 674 o w [ ey |
81y % 81y 18Y QOu 81y QOu = © 0gd
LTV 1LY ) ooy 981 ) ) 74 < IN | |
° 9. — e 9T a8y — — Lot > m 44}
SLH — - q1a ] — STV — STV %
b4 N S ¥1s z8b N g HTA N ¥ BTA =
e £1b eLy S N €10 18Y (SN ] €14
[ G| e o RCEEE [ | [osryy -~ o . [Cema] A
o TTV ° — 1TV 611 .. < S e T1d ..
o o S Com o ora ~ Com | A~
e 6 &3 LY 6N 6N mS
Y ® 89H ) .. > 9L o] - et o] - 81 ) X
P T = 1y o auH = - 2 = - /4 =) = 6v
99T o (@) b8 o < oA o (@) T 3} < 8n
° o 59 < o e 2 o X < o N < o Ly
[ ] [ ] (@] o [ ] LY @) o @) o 28 o o= 9
A= - e = Z = = = £ 0
z9V < = = < z0
[0 @ O ° ° @ ° @) ° O 7.0

38%

R LDWIDE

O
PROTEIN DATA BANK

W

erbDeBe

51%

11%
11%

e Molecule 22: Phenylalanine specific transfer RNA, tRNA-Phe

Chain CV:



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 37

09n

8GV
® LSO
98D

€80
[4p)
TS0

67D

© -
o 4
<< jl

0 ©
m M
< <

€en
2eNn

629
8TH
29
9Ty
S20

[
o
ISl
<o

® 8TD

910

v
€10

0Td

Messenger RNA, mRNA

e Molecule 23

33%

25%

25%

17%

4%

Chain AX

i © ©

)
-
O

vIn

N
-
<

Messenger RNA, mRNA

e Molecule 23

38%

12%

38%

8%
12%

Chain CX

910

23S ribosomal RNA

vin

6V
8N
LD
99
SV

e Molecule 24

€D
(44

26%

57%

16%

Chain BA

S7D

6€D
8EV
LED

i)
ven
€D

T€0
0€d
6z0n

cm
110

69
80
LD
oV

6210
8210
12TV

€2TD
(445}

sl
o)
o

o
o
=1

68Y
88D

98D

€8y
z80

6.0

LLD
9.0
SLD

€LV
[

L9TV

S9TV

7SI
€570

TS10

(284
8%1n

SETN

€ETN
CETD

(4749

0%¢d

8€TO
LETD

vecn

61TV

602D

Logy

cozn

861D
L6TY

682D

S82H

08z0n
6.2V

L12D

S.2d

S9zTV

(414 4
192D
092D
652D

v8evy

18€D

8LED

9.L€D
S.L€D
YLEV

0L€D
69¢en
89€Y

S9en
79€0

09€N

L38€D
95€D

CSeEY

ovey
6€eN

9€ED

{45544

8ceN
Leed

68€D

€18y
2189
17180

8L%Y

9.L¥D

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 38

978N

039D

8ESY
LESD
9€S5D

vesn

9€9D
S€90
€90

TEV

0€9D

¢L90
TL9D
0L9Y
699D

990
999V

i

299D

0990

859N
590
959D

€990N

S§9.0
TILY

TOLV
09.D

3

95.LY
S50

TSLY
0SLY

S¥.LD

90.LY

00.LD
669V

ST8Y

€280
TT8Y

0z8Y

818D
1180

S180
7180

608D

080

708V

06.0

88LY

98L0

€8LY

8LV

8L.LD
LLLD

SLLD
YLLD
€LL0

S€80
ve8d
€E8Y

T€8D

628Y
8z8n

Scev
%269

2eed
1260
0ozev
6760
816V

916D

716D

2160
116V

606V
806D

9060

T06D
006V
668Y
868D

S680

€680
268V

81010

9701

F

|

200t
TOOTY
000TV
6660
8660

186V
086Y

816D
116D

SL6V

78010
080TV

LLOTY
9.0T0

6901V

L90TY

99010
901D
€90TD

6S0TD
850TN

SS0TD

¥201d
€20T0

00TV
61070

win
07110

LETTD

SETTO

EETTY

TETTD

6CTTY
8CTT1D

9TTTY
SCTTD
¥Z11D

(443 5)]

61110
81110

9TTTD

¥IT10
€TTTN

60TTD
80TTN
LOTTD

€0TTY
20110

00TTD
660TD

L80TD
980TV
S80TV
7801V
€80T0

88T1N
L1811

S8TTD

€8T10
Z8T1D

08710
6L11D
8LT1D

jZAR90

TLTTD
0LT1D

3

89TTH
L9T1D
99T1D
SOTTV
79110
€9T1D
911D

09TTD
6STTN

LSTTD
9STTV

¥eT10
€GT1D

TSTTY

67110
8¥11N

EVITY

9VCTY

vverv
E€VTID
cvein
TveTv
oveIn
6ECTH

LETTY
9ETTH
SECTD
veein
€ETTD
2eTTHD
Teen
0€TTV

82TTH

92TV
S2TTH

€2T1D
zeein
T2eTo
0ze1d
612TN

912TD

45441

[4245)

(54 5)

L
3

80T1D
L0210
902TH

voTTY
€0210

vCeTd
€TETD
(4434
TeeTv
0ZETD

90€TD
SOETD

€0€TD
COETY

86210
L6210
96219
S62T0
vecin
€6210

T62TD

L8TTV

S8CTV

€821

08219

8.21D
L.21D

L2310
CLTTY

04210

19210

S9CTV
voTTv
€9210

T8ETD
T8ETD
08€TD

SLETN
YLETD

cTLETN
TLETD
0LETD

LOETY
99€TV

79€1D
€9€TD
CT9ETD
TOETD
09€TD
B6SETY

9SETD

YSETY

TSETD

6YETD

EVETD
ThETY
TYETD

6EETD
8EETH

9EETY
SGEETD

€EETD
CEETD

8CTETY
LZETY
9zZeTN

(45745

0E€7TD

LTYTV
9Zy1d
{445

€CVTD
[444%)
11445

8T¥1D

STP10
4542

(454
60710
80%1D
L0¥1D
90%10n

1494

covTn
TO%1D
00%1Tn
66€TD

LBETN
96€TN

v6eTN

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 39

LOSTD
90STN
SOSTV

€0STV
COSTY
TOSTD
00STD

€6%10

T671D

68V1D
88¥1D
L8%10

8¥¥1D

TSSTY
TSSTV

6VSTV

9%STD
SPSTV
vvSTY
€¥STD
cysTn
%810
(7215
6€STN

9€S8TD
SESTY

T€STD
0€STD
62STD
8CSTVY

SCSTY
¥CSTD

1231

8TSTD

9T1STD

Y1510
€150
CISTD

60STY

€191D

11910

T09TH
0091D
66510

9681V
S6STD
76510

26STO

L

06STV

88STD

€8STY
28S1D

0831V

8810
LLSTD
94510
S.LSTO
V.LSTO

TLSTV
0LSTY

L0419
90410
SOLTY
Y0LT0

CO0LTD

00LTV

L69TD

F

£6910

88910

3
-

891D

+

8L9TV

9L9TV
SL9T0

€L9TD
TLITY
T.910
0.91D

8991V
L9919
99919
S99TV

€99TD
991N

859910
L5910

SG9TV

€G9TD

6¥91D

€¥91D
Zvo1d
o1V

9€9TN

0LLTD

S9.70

€9LTD

T9L1D
09470
6GLTY

LSLTY
9G.LTD
SSLTY
¥SL1V
€3.L1D
CSL1D

6V.LTV
8¥.L10

PAZAS

SYLTY

.10

LELTD

8CLTD
LTLTO
9CLTD

weL1D
€CLID
TTLIY

ozLin
6TL1D

LTLTY

8¢8TH
Lg81n
928T1H

iz4:1%)
€281D
2T81D

L18TD

|

21810

S6.T0

68LTY

YLL1D

CTLLTY
TLLID

T06TV
006TV

868TN

%6810
€68T0
26810

988TN
S88TY

€880

18810

681D
881D
LL8TV

S.81D

898TD
L9819
9981V
99810
79810
€981D

968TN
S68TN
vS81v
€681V

78870

6€8TD
8€8TD
LEBTD

€9611

T961D
0967V
6S6TD
85610

%5610
€96TV
(43 4
19610
0S61D

8%61D
LY61D
9v6TN

€E6TD

€T610
(441 5]
T261D
02610
6T6TV
8T6TYV
L1670

LO6TD

S06TD
70610

206710

6202H
8202N

9202n

%202D

2eozn
12020

6102V

ST0TY
41441
€108V
2102H
11020
0702

80020

S002Y

8661V

76610

661D

0661D
686TD
8861D
L86TV

602V

¥602V

16020
0602V
68020
8802V
18029

18020

6,020
8L02D

9,020

v.L02n
€L02D

69029

2902V

6302V
8902V
pA{43)

vsocy
€502
[4:{04

8%02D

9%02D

0Ty
oz
0%02d
602N
8€0TH
LEOTY

2E0TH

9512

21241

[4154)

0ST2D
6v12n

144543
€¥12d
(4414

(44543

Leren
9€TTD
SETTY
veETTY

0€TZN
62120

4141

44543

zeren
1212)

42241

61220

L1282
9122

€12en

otrzen
60229
80220

9022Dd
5022V

2ogen
102D

Leten
96T2D
s6TCn
v61en
€612
zetTen
1612V

68120
88120
18120

€812V

8120
081en
6.12D

9.L12vY

F

® ctlLizn

0L12V

99120

19120

65TCD

v8cey

T8¢cV
0822

1,229

vLeey
eLeey

T.L22D

F

1,922V

€922D

19220
0922d
65cen
85220

§S2CH
522D
ectda)
{41443

6¥cen
8%¢TD

9¥%CTd

vvcen
€vcen
[4744)

6€TTD
8€TTH
LETTD
9€Ten
S€TTH
veeed
£eecen
2eeed
Tecen

sgeey
vceed
€2TTD
eceed
T2eed
oczen

8CeTY

vceen

ozezn
91€2d

ST€2D
vIeey

90€TO

zogen

I

cTvey
TI7CV

60%2H
80%2n
LOYTY

S0%2H
voven

Toven
00%2D

86€2N
L6€TD

T6ETY
T6€CTH

88€TY
8€TN

S8€TO
¥8ezn

O

R LDWIDE
PROTEIN DATA BANK

T8€CV
08€ZD
6.LECD

LLETY
9.eav
S.LETD
.€2D
€LETD

TLETD
0.L€TH
69€TY
89€T0

W



4V9oC

wwPDB X-ray Structure Validation Summary Report

Page 40

9%¥2d
k474

e¥¥2d
{47444

0¥¥2d
6EvTY
8e¥TN

9€VTD

TeEvTN

L2%2D

eecven
2eved
11474%

L1%2D
91¥2d

145744
€T¥CD

€esen
¢ESTD
TeSTV
0€STY

02Ssed
61520
8T5CY

915eY
STS2D

[q5:149)
11820

9052n
$§0S29
052N
€082V

66%2D
86%2D
L6Yey
96%2D
S6%CD

c6ven

68%2N

98%2D
98%2¢D

£8%2D

6.ven
8.L¥Cy
L.ven

S.¥ed
v.lven

6652
86SCY
L6STH

S6S2H
%6520
£€652n
26STH

0652V
6832V
889ZD

98520
°

832N
£8592D
2852D
1852
0852n

8.5TH

S.S20

€.520

0,529

[4a14)

6€5C0
8€SC0
Lgsen

8992D
L9920
99920

%992

6592D
85920
L8592V

¥39¢V

2992D
13920

67920
8¥92H
L¥92n
97920

¥¥92d
€%92D
2v92H
T%92D
0%92D
6€£9CY

Lggzn
9€92D
S92V
ve9cy

F

82920
129TH

S29TH
%292
€292H

61920
819ZD
L1920

Sr9Cn
457414

L

0T92D

70920

8zLen
LTLTV

SeLTY
vcLen
€TLTD
2eLTd
TeLey
0z.Lzn
6T.LZD

L

ST.L2D

CTLTD
TT.LTV

60.2D

L0Lzn
90.L2V
S0.LTY

20.LZD

00.2Y

99,2V

2224

ToLey
09420
65,29

¥sien
€52V

0S.LevV

LY9.LTD
9v.Lzn

€v.L20

L2y
0LTV
6eLan
8ELTV
LELTD

veLTy

CTELTD
TELTD
0€L2D

€5982D

0582V

L¥8en
9¥82H
svezn
¥¥82D
€%82D
Zv8TH
T%82D
0%82D
6€82H
8€8CH
LEBTY

SE8TY

€€82N
2e8Tn
T€8TH
0€82D

9z8eY
S28TH
¥z8ed
€282V
(44214

11820
918TH
S1820
vi8ey
€182V
218TH
T182H
07182V
6082V

.082n
9082D
50820
70820
£082H
20829
10829
0082V

Lelen
96.L2n
S6.20
¥6.2D
€6.2D
[4:7k4

55%

© ©
[} 3¢}
(& <

§882D

18820

11829
9,829

7,820

e Molecule 24: 23S ribosomal RNA

24%

o
©
o

21%

2%

Chain DA:

0
©
ID

®
©
<

o
0 0
< <

0sn

LYD

]
<
<

s
=

®
o
o

0gd
6zn
8cv
Led
92D

€20

1144

6TV
81N

€TV

oTY

80
LD

|
ael ©
II:= =

™

veTD
€ETN

+

6210

STV

€210
[44 %]

00T

681D
88TH
1819
9819
S8TH

€810
[4:334

081D
6.10

9GTV

3

oIy
145
4444

9ETH

¥52D

PA 4
92D

i4z41
e£ven

8610

8zeN

i

ey

(444
Tzen
0CeY
61€D

[45°0]

oTeY

80€D
L0€D

S0€0
voen

20€d
TOED

182D
08zn
6.2V
8.2V

€92D
[4°144

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 41

T9%0
09%V

LSVV

[4ci0]
TS8P0
0S7D

LY9Y

442

(4474

6EVY

0L%Y

89¥%D
L9¥D
99%V

vovn
€9%D

9€39D

T€SD
0€SD
625V

199D

801D

%0.LD

00.9

869D

969D
969D
Y690

1690
0699

889N
1,890

0L9V

899V

5990

€999

099D

859N
590
969D
SS9V

€590n

€8LY

*

6.L.L0
8L.LD
LLLD

SL.LD

Ll

€L

0LLD

S99.0

€9.D
29.0

£%8D
zv8n

S€8D0
ve€8d
£e8Y

ozsen
ST8Y

€280
2e8d
12444
0z8yY

818D
L18D

0T8N
608D

080

208Y
T08D

1

161D

e

€6.LY

1810
9810

ST60

2160
116V

606V

106D

T06D
006Y

868D

968Y

£96n
296D

096V

TS60

8%6D

Svev
776D

0¥%6D

LEBD

veen
€E6Y
ze6N

0€6D
6260

926D

€269
[44]

0z6Y

816V
L16V

8V0TY

F

Ce0TY
T€0TD
0€0TD

8COTY

920TH

%201D

(440 n]
1201V
020tV

ST0TN
Y101V
€T01D
(4109
101D
OTOTY
600TY
8001V

90070

2860

$1T10
€110

1TV
OTTTD

90TTH

%0110

980TV

€80TN

18070

6L0TD
8L0TN
LLOTY

890TD
L90TY

S90TN
%9010

09010
65019

LSOTY
9G0TD
SS0TD

0S0TY
67010

2811

89TTD
L9TTD
99T1D
SOTTY

€9T1D
29T

-

9GTTV
SSTTV

€GTT0
CST10

9YT1D

win
07110

8ETTD
LETTD

TETTD
0ETTN

9TTTY
SCTTD
17435
€CTTD

12110
0ZT1H

81110
LTTTD

Lizan)
zvein

ovzTn
6ECTH

LETTY

S8TTH

€8T10

60€TD
80ETV

€0ETD
COETY

662TD
86210
L6210
96219
S6CTD

€621D
C6CTD

06210
68210
88219

9821V
S8CTV
v8C1v
€821

6.21D
8L21D
L.21D
9,21V
SLTTY
vL2TV
€L310

69CTV

19210

S9CTV

€9210
[4744

8921N

TLETD
0LETD
69€TD

LOETY
99€TV

Y9€TD

T9ETD

B6SETY
8GETH
LSETD
9GETH
SSETD
YSETY

9¥€TD
SYETO
vyeTn

CYeETY

0%ETN

8EETH
LEETD

SEETD
YEETD

CEETD
TEETD
0EETD
62eTN
8CTETY
LTETY
9ZETN

vCeTd
€CETD
CTETY

0TETD
B6TETD
8TE€TN

STETD

CIETN

0TETD

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 42

EEVTIV
CEVTD
TEVTV
0EVTD

8TV

9TY1d
{448
174945
€ey1d
(4445

STPIN
14542
€TV
(4545
TI%10
[54%)
60710

50710
v0%1D

20%1n

66€TD
86ETD

96€TN
S6ETY

€6ETY
CTBETY

88ETD
L8ETY
98€TD
S8ETV
Y8ETY
€8ETY
T8ETH
T8ETD

SLETN

ELETY

S6VTV
il
€671

16710

18710
98%1N

g
€8%1D

87T
08710

LLYTY

SLPTD
25450

TLP1D
0L7TV
697 TV

L9710

S9%1D

14545

6SVTD
isias
LS¥10
9S¥1D

ESPTV

19810
09STD
655N
8GSTO
LSSTO

GGSTD
e
€GSTY

TSSTV
0GSTD
6731V
8YSTV

SYSTY

€¥ST1D
2vsTn

0%STD

8€STD

9€STO
SESTY

CESTY

0€STD

€291
2TSTY

0zsTn
61STD
81STO
LISTD
Y1STD

CISTO

80GTV

90810

€0STV

00STD
66710
86710

vcotn
€29TD
2ToTd
12910

8191V

9191V

P91V

0191V

S091D
0910
€091V

T091D
00970
66STN
86STV

96STV
S6STO

€6STY

T6STY
06STY
683510
8851
L8STD
98STV

78510

28STO
18S1D

6LSTY
LLSTO
9.5TN
SLSTO

€L9T1D

0LSTY

89STH
L9STD

S9STO
%9310

78919
08910
6L9TV
8L9TV
LLOTY
9L9TV
S.L9TD

€191
CTLITY
T.9T0
0L91D

8991V

9991D
S99TV

991N
T991D
099TD
6G9TD

18910
96910

¥391V
€991

6791D

L¥910
97910

6SLTY
8SG.10

9G.LTD

60.T0

90LTD
SOLTY

F

TOLTY
00LTY

26910
16910
0697V

€281
2e8T10
1281V
0z8TN
6181V

L18TD

ST8TV
¥1810

T181D

608TY
808TY
L08TD
908TD
S08TY

08TV

00810
66.LTD
86,70

96.T0
S6.LTD
v6LIV
€6.LTD
C6L1D
T6LTY

68LTY
88L1D
L8LTY
98LTV

¥8LIV
€8LTV
28.LT0
18L10
08LTV
6L.T0

F

SL.TNn
¥LL1D

CTLLIY
TLLTID
0LLTD
69.10

99.1D

€9L1D
CTOLTY
T9L1D
09470

881D

08810
6.81D

79810
€981D

09819
65810
8981V
L5819
9581N
§981N
ve81V
€481V

08871

8¥8TV
® LY8TV
9¥81D

79810
€¥8TD
cv81d
7810
0%81D
6€8TD
8€8TD
LEBTD

6281V
8Z8TD
42810
9281
§z81N
¥281d

97610
S¥61D

cve1d
17610

€E6TD

72610

cT61D
T261D
0zZ6TD
6161V
8T6TV
L1610
9161V

ET6TV

11670
0761
60610
80610

€061

TO6TV
0061V
6681V
86810

9681D

76810
€68T1D

6881V

98810
G881V

1020

0020
90020
S002Y

66610
8661V

96610
96610

06610

98610
G86TD
wwmﬁc
08619
ahmﬂb

9610

v.61D
€L6TD

TL670
0L6TYV
6961V
89610

9961V

€96TN

€561V
TS6TYV

0S6TD

L¥61D

9,020
§.020n

3

TL0CTV
0,02V

8902n

99020
§902D

€502

6702
8%02D

F

(44944

0%02D
6€£020

LEOTY
9€02D

veozn

2EOTD

0€0TY
62029
8z02n
12029
9zozn
920D
j£4u43)

2eoen
12020

6102V

6€T2N

9ETTH

€ETTH

14141

j£414)

212D

€0720

1012V

66020
86020
L602Y
96020

98020
S8020
%8020

0802V
6,020

| t0zen
00T2d
661CV
86TCY
Leten
set1en
v61en
€6T2D
zetren
T6e1CY

68120
88120
18120
981D
g812Nn
81TV
€812V

@ 08720
6.120

® LL1TD

@® S.120

® 6912V
o
[ ]

2912H

[
@® 9S12D
@ s§s12n

® €812

NJWNU
® 8¥%1ed
[ ]

® Sv120
[ ]

€V12D
@ <cvicy
[
@ 0v1ed

9¥2ed

¥¥cen
€vcen

57441

6€TTD

£€TTN
2TeTTd
Tecen
0€2TH
622N
82TTH

9zgTed
seeey
¥ceed
€2TTD
ezeed
Teeed
ozezen
61220

L1229

€120

602CH

.0T2d
90T2d

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 43

70€Td
€0€TD

662en
862CY

6922

L9zgey
99TTY

88€TY
8€2N

69€TY

F

S9€TD
79€2D

C9€TD

9g€een
eieio(43)

Tseey
TSETH

8¥ezn

vveen
e€veen
[4%449)

6€€TD
8EETD
LEETD
9EETY

veean

iz )

0S¥%TY

L2%T0
El4%4)

j£444)

13444

(15741
8T¥CY
LT%20
91¥%20
ST¥TH

€T¥TH
(4574
135744
0T%ZH

80%2n

S0%2D
vo¥en

LBETD

v6ecd
£6€2n
26ETY

06€2N

02520
61520

L1520
915TV

215820
T182n

50829
%0520

T0S2D

L6%TY
96%20
S6%2H
v6%2D

[43i%41)

687N

98%2D

¥8¥%¢H
£8¥%20
[42i74
18%CH
08%20

L.%2n

S.%20

CLYTD
TLyCY

6972V

L9%2D
99%2¢D

29%20
19TV

9G%20
SG%2H

€892H
28STH

6,520
8152
LLSTV

S.S20
%.592D

Yosev
€9gen

0952V

8552
LGSTH
96520

€492D
[4cista
14820

8¥%32n

S¥STH
¥¥sed
€¥S2D
[4asta)
T¥SCv
07520
6€S20
8€52D
Lgsen
9€SZH
SESTH
vesey
€€39zn
[43:143)
TeSCY

8zsen
12STd
925TH
§2STH
¥2sed

zesen

992D
S792H

€¥92D
Zv92H

0%92D

8€9CD

SEITY

[4314

0€92H
6292n
82920
LT92D
92920
S29TH

€292
[44°41}

0292
61920
8192
L1920

80929
L0929
90920
S092n
70920

0092V
6652D

L692D

76920
£63920

16520
06seY
685CV

S852N

TTLTV
07,20

80.2D

892N
9892
S892H
¥892n
€892D
2892V

6.L9CV
81920
1192H
9L92D

€L92D
c.L92n

0.L92v

1992D
9992D
S992V
%992

2992V

0992V

L592V

S592D

Ly9zn

9LLey
GL.TD

L

ev.Len
Nwmmo
6gLen
8€.LTV
hmmuc
€eLTY
TELTD
TELTD
0€.L2D

8zLen
LzLey
wuﬂm«
€2TLTD
cTLTd
12x4)

61.2D
8T.L2D
L1.2D0
9T.2d
GT.L2D
¥1.L2D
€120
crLed

0%82d
6€8CD

LESTY
9€82N
SEBTY

€€82N
(435141

0€82D
6282V

12820

§28TH
¥28Td

£€28eV

91829
G182D
vi8ey
€182V
[45:143)
T182D

6082V

96.2n

18.2D
98.2n
§8.20
¥8L2n
€8.l2n
¢8.LTD
8.2V
08.29

€0620n

5S ribosomal RNA

e Molecule 25

19%

65%

14%

Chain BB

290
199
09D
65V
8GV
LSV

SS0

87N

62V
820
Led
92d
sen

zen
T2

o
N
(&

vin

[4%]

(0)%]

LD
9D
sn
0
€D
[43)

811D
LT1D

STTV
Y110

L

011D

80TV
L0179
901D

%90

e Molecule 25: 5S ribosomal RNA

12%

64%

22%

<
3

Chain DB

T99
090

8GV
LSV

S6n
%90
ol 4

[4%]
10
(0)%]
69
80

9D
sn
7o
€D
[43)

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 44

50S ribosomal protein L2

06D

e Molecule 26

26%

46%

12%
23%

Chain BC

I“'J
©
-

T9A

n
)
o

o
B\
re
[T

0SL

mI
<
1

Lv4
9D
STN

EVN
cvd

0%d
6€ES

14928

13944

811D
LTS
9TTh

7110

(435

OTTH

® 807D

SOTV

€0TI
{4998

+
i

869D

e}
o
I>‘I

o
o
=

S HR
%z._l

78d
€80

N~ 00 o = o
~o~ 0 00 0
I>“]I'-'m>"

SLY
.d

TLD

0L%

894

©
©
29

n
©
IC'

7813

1

TLIA

e L91d
9974

€971

® 097X

LSTY

SGTH
YeTV

[4:34i]
151D

871D

14}
STTH

CYIN
TVTH

6ETL
8€TS
LETD

SeTd

CETH

LTIN
921

05zh

wven
€¥ed
(4744

0%Zd

43

® €1gd

012V

k

S02H

€02A
[dua:s
® 1T0C1

66TH

96TN

1671

e Molecule 26

1810

508 ribosomal protein L2

65N

98CL

{4188

8%

6%

®
o 10
[l o]
HO O

23%

47%

N
™
~

Chain DC

63D

LSH

671

42\

e
gl
07D

9EN

e 0
o
M
<

[ esa
CT8A
8.4
Loun

©
~
=

¥TH

811D

9TTd
STTI

TITV
OTTY
60TT

90Td
SOTV

€0TI
COTX
T0TH
00TH

963
S6A

o
[
put

¥8d

)
~
<

Iw
~
[

o
~
o

7oA

o
T9X

L

TLTA
0LTA

7oTA

9STS

vaTv
€911

TSTD
081D
(458
8¥ID
L¥1d
VTN

iaaxs
EVTA

T¥TH

B6ETL
® 8EIs
LETD

LTTIN

® §¢id
i74%

8¥%¢d
LvTh
9¥cd

€¥2d

TveH
0%ZH

LETY
243
TeTd

TECH
0€ed

8¢ca
[ Jpkaa
9zged

YT
{44 4

11443

812l

(424

® L6TV

€673

06TL
68TV

LSTY

(4t
TSl
0Szb

508 ribosomal protein L3

e Molecule 27

3%

21%

47%

31%

Chain BD

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 45

oM
© © © ©
B XA M|

0
0
IZI

S8

€99
[4AN
TSL

670

LvV
o
S7A

€%a

071
6€d

LEA

SEL

€ed

0ed

8cd
121

selL
44N
€¢d
(448

0z1d
61TV
8114

STTD
TN

(4378

0TTL

LOTA
90T

€01a
2oty
T0T4

760
€60
(4N

S8V

€8y
284

08M

©0
~
©

—
~
<

L0TA

S02d

1021

e Molecule 27

802x1

50S ribosomal protein L3

20%

—
©
=

45%

33%

3%
L

Chain DD

TLY

894
L9H
999

¥94
€9d
{48

-
o
=

=]
Sy
(=7

S
<<

S7A

6ed
84

SEL

zeN

62A
8¢

Sl

=3
o
—
-.-1

6ETS
8€TT

SETD

CETY
TE€1d
0ETh
62TL

L21d
9TIN
® GSCTIM
ve1d

TTIA
TCIL

8114

STID
4228

+

60TA
80TQ
LOTA

T0Td

[se]
)
o

o
[}
[

«©
Q
=

< 0
Q
- <

83

S02d
Y0

1021

861D

96TV

E6TA

06131

8871

7814
€874

08TA

LLTA

SLT1

TLTL
0LTA

891d
LITN

S9TH
791d
€910

® LSTX

21
€919

50S ribosomal protein L4

e Molecule 28

19%

By
©
o

43%

35%

%
B

Chain BE

o ¢ w0
~S N
HX®n

09M

99D
S9S

€51

8%l
L9Y

©
<
(=4

SvY
4L
EVL

(47

oed
6CH
8CTA
L21

erach
€cd
zea
Ty
8TL

€TL
C11

0TS

YETT
€ETT

0ETH
621d
8CTV

verd
€CTH

61TI

I

STT0
7174

[43%5¢
1114

90TH
SO0TT

€0TD

TOTA
00TH

C6H

68d

28Y
§84

178D

8LM

vL1D

508 ribosomal protein 1.4

e Molecule 28

18%

53%

28%

%
B

Chain DE

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 46

€93
z9d

09M
6Gd

96D

%50

ZSA

0SV

9%d
Eid
42!
€¥L

0

LEY
9EY
SEA
vev

o
0
II>

Tea
0ed
6CH
8CTA

oy
eract

€cd
Zea

TeTH
TETL

8CTV

prqxcs

218
4%

(44 xS

+

0zTA
6TTI
8111
L1714

STT

901X
SOTT
voTY

T0TX
00T

863
L6N

C6H

S84

1673

S6T0
76T

(438 4
T61d

68TL
88TH

€814

1871

6118
8LTA

9.1a

0L7d

89TQ

99TH
S9TH
Y911
E9TN

T9TY
09TV

8STd
LSTT

7S1Q

TST1D
0STL
6%TI
8%1I

evTT
(4254
TV

6ETA
8ETT

€ETT

508 ribosomal protein L5

e Molecule 29

22%

45%

29%

7%

Chain BF

0zTs

LOTA

2011

o6M
S6H

e

9.4
[am

<
~
<

LA

69TT

Ll

09Ty
63TV
8STL
LSTL

SSTI

€STI
(414

0STH

8¥TA

D
(o]
)
—
=
Q
)
—
=
[ ]

50S ribosomal protein L5

.
B
©
o

6%

N~
0
<

27%

43%

22%

12%

Chain DF

€94
41y}

88V

SSa

€SV

671

L9

sva

{441

© B~ [0}
M M o
IIIIIIz = II:> IIII

{458

0EA

8¢d

STH

TCA

o
0
s
[

614
814

3

42!

CTA
A
01d

LR
£28

¥H
€1

€TTd

@ 60TY
80Td
LOTA

2011

664

96M

164

183
980

i
00
(&

[
©
~
[

o000 o

®

&~
->I

L9L

S9T

YLT4

@ TLid

9914

vo1a
€974

65TV

LSTL

zsta
TST1
0S1D
671Y
8YTA
PA4% S

SYIA
vIa

(47498

508 ribosomal protein L6

6€Td
8€Td
LETA

ety
TETA

e Molecule 30

® 6CIH
8C1S
LTTA

2%

19%

44%

v 0 N~
® ] 1)
IIIIII*‘*II*IIIIEﬂ IIEﬂ II== IIII

36%

Chain BG

991
S9D

™
©
(=)

—
©
=

© N~
0 0
O >

® 184

9%a

- e
I

0%A

(44N

0zd

811

ST
YIA

11d

© ©

(Sl
=

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 47

EETH

+

92Tl
S2Td

(4454

0ZTI
611D
8TTV

9111
STTD

€11a

70T

0TI
TOTA

863
L6A

€64

S8y
ey
€81
284

© I~ ©
NS~
H =

<
~
=

TLN

69Y

508 ribosomal protein L6

e Molecule 30

18%

47%

34%

[
3
*zl

7%

Chain DG:

99L

€90
(44
TOM

65a
® 8SV

96D

®
b4L !
€4d

T894
0SL
671
871

9va

L

{47\

9€1
SEL

eel

N
o
=

0gd

Led
oy
Sl
Tl
€¢I

12d

STd

€19

T1d
0TA
6A
8A
Ld

(44
) 1S

9€1a
SETV

TETA
0€TI
6214

LTT0

iZ4%]

9111
STTD

669

L6A

180

S8)

)
0
=

18D
084

LLD
9LT

YL

9914

65T

9STX

508 ribosomal protein L9

e Molecule 31

13%

6%

20%

50%

)
s}
o

23%

Chain BH

428
EVN
{4728
52

8€d
LEA

Sed
ved

TEA

©
N
=

00
© N~ 0o <0 ©
e el N
T Qe s> O <

€19

TIN

T0t1a

3

< v ©
o o0 o
H O B

-
D O
2L

W © N~ o [=3
0 00 0 00 =3
<0 AMEB —

50S ribosomal protein 1.9

z8s
8y
081

8LA

SL1

894
L9V
99N
SoV
wov

® 6%1d

LYTA

*

EVTI

Ty

PETA
€eTd
CETd

e Molecule 31

6214

6%

31%

[
3 3
(2] <

44%

19%

00 o
= ]
o =

14%

Chain DH

094
65V

LSY

791

(4728

e Ol

8€d

SEX

o
~
o o
.n: QI

€ed
@ <¢ted
TEA

624

Tea

TIN

[
o 0 © N~ ©
(=4 adax

(4958
TT1V
OTTA

90TV

7011l
€0TA

00TV

N
@
o

LX)
N m
© 0
0 X

© N~
N~ o~
[ZR>)

ELN

69Y
894
L9V
99N

® 6¥%1d

SYIN

O

R LDWIDE
PROTEIN DATA BANK

W



Page 48 wwPDB X-ray Structure Validation Summary Report

4V9oC

e Molecule 32: 508 ribosomal protein L11
11%
ChainBL T 54% 36% To% -

o (N ) (] ° [ XX ) o (X ) (X )
o N0 OO =m0 O <Y © N N ® o ) © o N oo o
o ~ =1 N2 NARTRRIB TR g Re e < S 0 ) 23™3 QpmEe 2
& > ) <zZanBRAM> AU =R = B H® A = | |-V R |
° ° ()
S w0 o WO o IO~ M O N
TEEEBR230R3R8S S s & SomymaEc SR oo - o
THXNB OO XAREXANX > oA H< A H =ZHeRoHME & ©Jd
e Molecule 32: 50S ribosomal protein L11
17%
Chain DI: 35% 37% 23% -
0000 (] o000 o (] (] (] [ 2N J LN
o < w © < © N 0 © D o e o = M <] o [
o 0 © o= = - N © e le] 2] I 00 W W w @o © ©
R o< 2 Ao <o = O o< = =M X = B XS4 - HE S > <
[ X ) ° () ° °
OO DO —N® ~ =N m ~@o o o o
< o o~ < o « o w N~ o N m 0 0 o o o t=} — — — NN o N o o0
Q © SN~ 000 ©0 o 0D DD > 0 Ao — - Y P i}
= = Haln MK< HE® S Ml A = & A (N CRH<OHM< (3] H o< nHMmS & >
°

e Molecule 33: 508 ribosomal protein L13
4%
Chain BJ: T 29% 46% 22% -

(] (]
o <+ 0 ~ [3¢] ©O N~ WO - o0 © 0 o N m < Il o ~ ™ © N~ [ =) o 0
o ~ - 3] S q@e@lo oo olo s il Sy 3 3 e lo 1B W 0 Yo ©
= X > a= > X A< < AE S MEmnM<@> >ABsa > = A< QN> (=]
[ ] o o
O = N® W oo N~ O®O WO N0
o © N~ o o] N~ 0 o = oNm © S o o o o - — = = N NNE® ;o oEH0
SE SN NN o @ 0V WOODDD DDA N =] PR PR P I I R Rt B
> B = >3 < B RBEES A <@ >HEH <> (TS| < =X = m=@m o
® 0O
oo
oo
o> [=]
e Molecule 33: 50S ribosomal protein L13
5%
: - S
Chain DJ: 30% 49% 20% :
o (] ° °
o~ o < ©o Mo -~ o © o - o 0 © N~ - N A N o N~ 0
o < w0 DA A A A Hd S SN N N®on ] N R = 0 10 0 0 ©
= BB ARMBEE>XEAE> ASBBXBE A0 <BFEJ ] X< | > = ZR] A= (=1
° o ()
NODHWONODO ML WONODO - N® ~ o
~ N oM © N~ 0O N 0 0 o) N~ O o o S oo R R e B A NN oo
© SENNENNNL ®0 0 ] ® © QG0 R I IR IR IS R R R R A G R R L e R P
= MBI DB O TS 4 B - = HMH<EXO=EHdA Ad0E<=heXdNX s =

WO RLDWIDE

eP

PROTEIN DATA BANK



Page 49 wwPDB X-ray Structure Validation Summary Report

4V9oC

N M S © N~ 00
mmm Mmoo
] =
oo < [« -V=g

e Molecule 34: 50S ribosomal protein L14

2%

Chain BK: 24% 53% 21% -

[ ) [ ]
— < O N~ 0o o — = = NN o o N mmm oM M m A5 ES JE LR S (RS 2] n ©0 © ©Q © ©
= 53] H=E A= <AQA=wn g eE>=0 E4 o 0 < O (4] o B H X o<t a = = > M B X

o
® 0 O <o o~ 0o oMo o o Lo oS 3 85832993 5 PN
SEE EEEEEER € g3 S sk EERERER] B G g
e Molecule 34: 50S ribosomal protein L14
Chain DK: 33% 39% 28% .

M1

Q3

E4

T6

M7

N9

A11
N13
S14
M20
H29
R30
A33
G34
D37
138
139
141
147
R49
K51
V57
A60
R64
K67
R70
R71

N ~ o
~ ~S N~
=9 =l 1<)

N82
A83
187
N88
N89
N9O
S91
P94
199
F100
G101
V103
5109
F112
M113
P120
E121
V122

Molecule 35: 50S ribosomal protein L15
7%
Chain BL: T 555 45% 19% 6%

° (] °
B ok 0 o N @ (e R e
< w0 © N RS S| o 5 o o S s S
=B a (LR 2R (L nEnS DB >

173
N93
I101
V110
L112

o o
88¢
Mmoo

0 © © o0
QO a O
= < =

DO =N © [}
N ®monlon ®
() ) ) -
“o<m ™ ©

e Molecule 35: 508 ribosomal protein 115
5%

. f—
Chain DL: 31% 47%

19% .
o o (] [ ]

B! L ON OO - N®Y W oo N @~ 0 o o OENOINO = o 00N O+ N

N MY WON o o NN NN NN Qe o oo 0o 3 S ¥ 0| w WD W W Q © o

Ead=EEdnA O <UXM@EABETHS N @S S ZRC oXn S > mES ol -V o

° o (]

=10 © I~ HQN®_© [N} ~ =N MY
& o S0 VOO NMIEION 0RO w [ oo o o b - =l sl o (SRS mm0ono0
SIEN NS KN 00000000 o o o =] P L R el fa ikl o
<= H B < EINAd<SXENDS > > a0 < HooH M HAa< > > > H <@ << H

WO RLDWIDE

eP

PROTEIN DATA BANK



Page 50 wwPDB X-ray Structure Validation Summary Report 4V9C

A137
A138
1142

e Molecule 36: 50S ribosomal protein L16
3%
Chain BM: T 29% 48% 20% .

[ ] (]
o - o ©O N~ o -HiIlNY v < ~ oM < N~ 00 O i o < © o] o < 0 N~
— N 0 ~ — — — [} NN [v] < <+ < < < n w w wn © © © ©
=4 B4 = ~m X oo ~ = - o< = A B4 - < x o< < ~ = = << £ o = " >
[ ) [ ]
o N 0 O N~ (2] N M o oM ¢ W o O — N
o O [ © N~ 0o < © N~ o o < l\ImoIo o O O o ﬂﬂHNN N AN SRS ®m m
O N~ N~ ~ IS N 0 0 0 0 O (2} [} [ ~ o — o o o o o
[V =1 =l XA < £ X O = | << o O X =] =AQouv 29 - o< < < E-irS -9 == >
o n
(3] (3]
3@ a
4 =
e Molecule 36: 50S ribosomal protein L16
4%
3 - I
Chain DM: 27% 53% 17% .
[ ) ()
o 0 M~ [} — ~ ~ — — N N N o N mmm [} < < < W0 Wwww 0 n © © ©
oo " = 2 B4 -] (&) = O < = L2 X < ~ = < << @@ < = ~ = o - =
[ ) [ ) [ )
o oN © w0 D N m 0 0 [« — Nm ©
© - N © o o 0 < W N~ - NS © o 0O o o S Ol — - NN N
© © ~ N~ o~ ~ N~ 00 0 00 0 [ N Ne) [} (ol ] — Bl — o o — o o —
< 29 XA H B B4 << > O X O (3] =< =] [V = a > o< o o<t = < < X —
(2] — M < W 0
N (3] mmmom
@Rl aga
= = X B> =
e Molecule 37: 50S ribosomal protein L17
4%
Chain BN: 21% 48% 21% . 6%
[ ) ] [
| o o~ < © I~ < - o) — o < © N~ Do =N m ~ o= [ ) w © 0 o -
o < N~ — — — — o N oN N m m o0 oM m oM < < w0 w w w wn ©
~ ~ T ox =] -3 12] j==]- = 1] = == - == AN o XM = Mo H O < X an <<
[ ] [ )
N M © [+] o — N < © (o]
M < W0 (] (2] 0 O N~ o O - 0 O N~ 0 — n O o o o o — o — — —
©0 © © © ~ N~~~ N~ 00 0 0 0Q 0 o O o O o — — o ~ — Bl
e Molecule 37: 50S ribosomal protein L17
3%
. - S
Chain DN: 35% 43% 11% 6% 6%
[ ] [ ]
o 0™, 983 ] Nt PR SABMFI IS IIBIBIBIWMI ZWMIBIB
/@ X " x = n [=2 ~ o oMo [N < [ 25 e '] = omon H B A <X > o< /M A<



wwPDB X-ray Structure Validation Summary Report 4V9C

Page 51

® 0214
6118

STTT
Y11d

e Molecule 38: 508 ribosomal protein L18

80TV
LOTN
901d

voTY
€0TY

663

161

11%

21%

46%

NV
& &

28%

Chain BO:

99D
S9L
42

190

LSV
9834
eisic

€GL

v¥d

vd

-
<
<

8€D

9EA

o)
N
b

(N )
W ©
qq
oA

]
N
o

e Molecule 38: 50S ribosomal protein L18
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e Molecule 39: 50S ribosomal protein 119
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e Molecule 42: 508 ribosomal protein 122
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e Molecule 47: 50S ribosomal protein L28
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e Molecule 50: 508 ribosomal protein 132
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e Molecule 54: 50S ribosomal protein L36
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4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 212.18A  433.90A 608.03A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 70.00 - 3.30 Depositor
Resolution (4) 70.00 — 3.30 EDS
% Data completeness (Not available) (70.00-3.30) Depositor
(in resolution range) 95.2 (70.00-3.30) EDS
Rinerge 0.18 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.71 (at 3.33A) Xtriage
Refinement program PHENIX Depositor
R R 0.206 , 0.255 Depositor
7 Phfree 0.203 , 0.253 DCC
Rree test set 2000 reflections (0.24%) wwPDB-VP
Wilson B-factor (A?) 96.3 Xtriage
Anisotropy 0.202 Xtriage
Bulk solvent ke (e/A3), B,y (A?) 0.26 , 117.8 EDS
L-test for twinning? <I|L| > =043, < L?*> =026 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.95 EDS
Total number of atoms 293103 wwPDB-VP
Average B, all atoms (A?) 129.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.61% of the height of the origin peak. No significant pseudotranslation is detected.

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

5.1 Standard geometry (i)

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

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

. Bond lengths Bond angles
Mol | Chain | py/q7 #4|Z| >5 RMSZ #4Z| >5
1 AA 0.18 0/36966 0.44 1/57666 (0.0%)
1 CA 0.18 0/36944 0.42 0/57632
2 AB 0.40 0/1735 0.95 12/2338 (0.5%)
2 CB 0.37 0/1735 0.83 4/2338 (0.2%)
3 AC 0.40 0/1651 0.91 5/2225 (0.2%)
3 CC 0.40 0/1651 0.86 3/2225 (0.1%)
4 AD 0.46 0/1665 1.03 11/2227 (0.5%)
4 CD 0.39 0/1665 0.90 5/2227 (0.2%)
5 AE 0.39 0/1118 0.97 4/1504 (0.3%)
5 CE 0.42 0/1118 0.93 3/1504 (0.2%)
6 AF 0.46 0/835 1.00 4/1128 (0.4%)
6 CF 0.51 0/835 0.89 3/1128 (0.3%)
7 AG 0.36 0/1195 0.81 1/1602 (0.1%)
7 CG 0.39 0/1195 0.86 2/1602 (0.1%)
8 AH 0.41 0/989 0.92 4/1326 (0.3%)
8 CH 0.40 0/989 0.93 1/1326 (0.1%)
9 Al 0.34 0/1034 0.90 6/1375 (0.4%)
9 CI 0.36 0/1034 0.89 5/1375 (0.4%)
10 AlJ 0.38 0/796 0.87 0/1077
10 CJ 0.36 0/796 0.83 2/1077 (0.2%)
11 AK 0.50 0/893 1.07 6/1205 (0.5%)
11 CK 0.41 0/893 0.95 8/1205 (0.7%)
12 AL 0.44 0/969 1.06 9/1300 (0.7%)
12 CL 0.50 0/969 1.06 9/1300 (0.7%)
13 AM 0.36 0/892 0.78 1/1193 (0.1%)
13 CM 0.37 0/892 0.93 3/1193 (0.3%)
14 AN 0.34 0/785 0.76 0/1043
14 CN 0.33 0/785 0.92 4/1043 (0.4%)
15 AO 0.37 0/722 0.76 1/964 (0.1%)
15 CO 0.36 0/722 0.73 1/964 (0.1%)
16 AP 0.42 0/659 0.89 0/884
16 CPp 0.39 0/659 0.86 1/884 (0.1%)



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry

Page 60 wwPDB X-ray Structure Validation Summary Report 4V9C
. Bond lengths Bond angles
Mol | Chain | ¢\ o7 #|Z| >5 RMSZ #|Z| >5
17 AQ 0.37 0/657 0.90 2/881 (0.2%)
17 CQ 0.41 0/657 1.04 6/881 (0.7%)
18 AR 0.44 0/462 0.89 1/621 (0.2%)
18 CR 0.35 0/462 0.80 2/621 (0.3%)
19 AS 0.36 0/652 0.97 7/877 (0.8%)
19 CS 0.34 0/652 0.91 3/877 (0.3%)
20 AT 0.42 0/671 0.80 0/888
20 CT 0.36 0/671 0.83 3/888 (0.3%)
21 AU 0.46 0/430 0.97 1/570 (0.2%)
21 CU 0.42 0/430 0.83 0/570
22 AV 0.17 0/1813 0.42 0/2823
22 CV 0.12 0/1813 0.32 0/2823
23 AX 0.17 0/388 0.40 0/603
23 CcX 0.15 0/363 0.36 0/564
24 BA 0.19 0/69659 0.44 0/108672
24 DA 0.22 0/69659 0.48 0/108672
25 BB 0.15 0/2828 0.36 0/4410
25 DB 0.19 0/2850 0.43 0/4444
26 BC 0.39 0/2121 0.95 3/2852 (0.1%)
26 DC 0.47 0/2121 1.08 10/2852 (0.4%)
27 BD 0.42 0/1586 0.94 5/2134 (0.2%)
27 DD 0.49 0/1586 1.02 7/2134 (0.3%)
28 BE 0.40 0/1571 0.86 4/2113 (0.2%)
28 DE 0.43 0/1571 0.95 4/2113 (0.2%)
29 BF 0.33 0/1434 0.80 3/1926 (0.2%)
29 DF 0.40 0/1434 0.90 1/1926 (0.1%)
30 BG 0.38 0/1343 0.87 4/1816 (0.2%)
30 DG 0.42 0/1343 0.97 4/1816 (0.2%)
31 BH 0.39 1/1121 (0.1%) 0.81 3/1515 (0.2%)
31 DH 0.45 1/1121 (0.1%) 0.87 3/1515 (0.2%)
32 BI 0.33 0/1046 0.82 2/1410 (0.1%)
32 DI 0.36 0/1046 0.90 3/1410 (0.2%)
33 BJ 0.41 0/1152 0.95 2/1551 (0.1%)
33 DJ 0.43 0/1152 0.97 4/1551 (0.3%)
34 BK 0.40 0/947 0.93 1/1268 (0.1%)
34 DK 0.47 0/947 0.94 4/1268 (0.3%)
35 BL 0.39 0/1054 0.99 5/1403 (0.4%)
35 DL 0.43 0/1054 1.04 3/1403 (0.2%)
36 BM 0.39 0/1093 0.91 6,/1460 (0.4%)
36 DM 0.48 0/1093 1.04 4/1460 (0.3%)
37 BN 0.39 0/973 0.90 2/1301 (0.2%)
37 DN 0.46 0/973 0.99 3/1301 (0.2%)
38 BO 0.32 0/902 0.79 0/1209
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. Bond lengths Bond angles

Mol | Chain | ¢\ o7 #|Z| >5 RMSZ #|Z| >5
38 | DO | 047 0,902 0.87 1/1209 (0.1%)
39 | BP | 043 0/929 0.91 2/1242 (0.2%)
39 | DP | 048 0/929 0.93 | 2/1242 (0.2%)
10 | BQ | 041 0,960 0.83 1/1278 (0.1%)
10 | DQ | 043 0/960 0.96 1/1278 (0.1%)
i1 | BR | 0.40 0,/829 0.97 | 4/1107 (0.4%)
i1 | DR | 047 0/829 0.99 | 3/1107 (0.3%)
2 | BS | 043 0,/864 0.96 1/1156 (0.1%)
2 | DS | 050 0/864 0.98 | 2/1156 (0.2%)
13 | BT | 041 0,744 0.92 2/994 (0.2%)
43 | DT | 044 0,744 0.91 2/994 (0.2%)
4 | BU | 038 0/787 0.86 | 2/1051 (0.2%)
4 | DU | 04l 0/787 0.96 | 2/1051 (0.2%)
5 | BV | 037 0,766 0.86 | 2/1025 (0.2%)
5 | DV | 042 0,766 0.90 0/1025
46 | BW | 0.8 0/576 0.85 2/762 (0.3%)
46 | DW | 0.46 0/587 1.03 2/776 (0.3%)
47 | BX | 042 0,/635 0.95 2/848 (0.2%)
47 | DX | 0.39 0/635 0.91 0,/848

8 | BY | 032 0/510 0.86 0/677

8 | DY | 037 0/510 0.97 27677 (0.3%)
19 | BZ | 044 0/453 0.90 0/605

19 | DZ | 044 0/453 1.05 3/605 (0.5%)
50 | B0 | 0.8 0,/450 0.92 1/599 (0.2%)
50 | DO | 0.42 0,/450 0.89 1/599 (0.2%)
51 | BL | 041 0/416 0.81 0/554

51 | DI | 0.37 0/416 0.88 1/554 (0.2%)
52 | B2 | 0.38 0,/380 0.95 0/498

52 | D2 | 041 0,/380 0.87 0/498

53 | B3 | 0.38 0/513 0.89 1/676 (0.1%)
53 | D3 | 0.49 0/513 1.08 1/676 (0.6%)
54 | B4 | 0.39 0/303 0.85 0/397

54 | D4 | 0.49 0/303 1.03 27397 (0.5%)
55 | CY | 0.40 0,/1434 0.97 | 6/1929 (0.3%)
Al | Al | 028 |2/315264 (0.0%) | 0.61 | 288/471562 (0.1%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
2 AB 0 1
Continued on next page...

WO RLDWIDE

£x

PROTEIN DATA BANK




Page 62

wwPDB X-ray Structure Validation Summary Report

4V9C

Continued from previous page...

Mol | Chain | #Chirality outliers | #Planarity outliers
2 CB 0 1
3 cC 0 1
4 CD 0 2
5 AE 0 1
8 AH 0 3
9 CI 0 1
12 AL 0 1
13 CM 0 1
16 AP 0 1
16 CPp 0 1
26 BC 0 1
26 DC 0 3
27 BD 0 1
27 DD 0 1
31 BH 0 1
31 DH 0 2
33 DJ 0 1
37 BN 0 1
37 DN 0 1
39 DP 0 1
42 DS 0 1
50 DO 0 1
All All 0 29

All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
31 DH 118 | PRO | N-CD | 5.32 1.55 1.47
31 BH 118 | PRO | N-CD | 5.04 1.54 1.47

The worst 5 of 288 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(®) | Ideal(®)
4 AD 37 ALA | CA-C-N | 10.44 132.90 119.84
4 AD 37 ALA | C-N-CA | 10.44 132.90 119.84
13 CM 106 | ALA | N-CA-C | -9.71 102.68 112.97
12 AL 44 | LYS | CA-C-N | -9.59 109.68 120.04
12 AL 44 | LYS | C-N-CA | -9.59 109.68 120.04

There are no chirality outliers.
5 of 29 planarity outliers are listed below:
$roe
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Mol | Chain | Res | Type | Group
2 AB 162 | PHE | Peptide
5 AE 157 | ARG | Peptide
8 AH 125 | ILE | Peptide
8 AH 87 LYS | Peptide
8 AH 88 | ARG | Peptide

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AA 33015 0 16617 2764 0
1 CA 32995 0 16607 2608 2
2 AB 1704 0 1732 300 0
2 CB 1704 0 1732 240 0
3 AC 1624 0 1696 207 0
3 CC 1624 0 1696 194 0
4 AD 1643 0 1707 395 0
4 CD 1643 0 1707 380 0
5 AE 1105 0 1148 166 0
5 CE 1105 0 1148 137 0
6 AF 817 0 808 136 0
6 CF 817 0 808 128 0
7 AG 1181 0 1238 108 0
7 CG 1181 0 1238 158 0
8 AH 979 0 1031 212 0
8 CH 979 0 1031 140 0
9 Al 1022 0 1070 153 0
9 CI 1022 0 1070 169 0

10 AJ 786 0 828 74 0
10 CJ 786 0 828 98 0
11 AK 877 0 887 154 0
11 CK 877 0 887 213 0
12 AL 955 0 1016 160 0
12 CL 955 0 1016 188 0
13 AM 883 0 941 150 0
13 CM 883 0 941 184 0
14 AN 774 0 827 124 0
14 CN e 0 827 148 0
15 AO 714 0 734 80 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
15 CO 714 0 734 135 0
16 AP 649 0 666 105 0
16 CP 649 0 666 101 0
17 AQ 648 0 691 87 0
17 CQ 648 0 691 102 0
18 AR 455 0 478 75 0
18 CR 455 0 478 69 0
19 AS 637 0 665 117 0
19 CS 637 0 665 136 0
20 AT 665 0 714 133 0
20 CT 665 0 714 109 0
21 AU 425 0 449 103 0
21 CU 425 0 449 92 0
22 AV 1623 0 821 69 0
22 CvV 1623 0 821 171 0
23 AX 346 0 173 39 0
23 CX 324 0 162 15 0
24 BA 62195 0 31280 4111 1
24 DA 62195 0 31280 3382 1
25 BB 2529 0 1281 204 0
25 DB 2549 0 1291 113 0
26 BC 2082 0 2157 305 0
26 DC 2082 0 2157 293 0
27 BD 1565 0 1616 190 0
27 DD 1565 0 1616 157 0
28 BE 1552 0 1619 189 0
28 DE 1552 0 1619 174 0
29 BF 1410 0 1447 229 0
29 DF 1410 0 1447 269 0
30 BG 1323 0 1374 141 0
30 DG 1323 0 1374 113 0
31 BH 1110 0 1148 145 1
31 DH 1110 0 1148 246 0
32 BI 1032 0 1088 44 0
32 DI 1032 0 1088 90 0
33 BJ 1129 0 1162 140 0
33 DJ 1129 0 1162 111 0
34 BK 938 0 1012 128 0
34 DK 938 0 1012 106 0
35 BL 1045 0 1117 149 0
35 DL 1045 0 1117 127 0
36 BM 1074 0 1157 124 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
36 DM 1074 0 1157 124 0
37 BN 960 0 1000 144 0
37 DN 960 0 1000 107 0
38 BO 892 0 923 157 0
38 DO 892 0 923 131 0
39 BP 917 0 965 104 0
39 DP 917 0 965 76 0
40 BQ 947 0 1022 108 0
40 DQ 947 0 1022 140 0
41 BR 816 0 839 84 0
41 DR 816 0 839 129 0
42 BS 857 0 922 119 0
42 DS 857 0 922 98 0
43 BT 738 0 807 90 0
43 DT 738 0 807 82 0
44 BU 779 0 834 114 0
44 DU 779 0 834 112 0
45 BV 753 0 780 89 0
45 DV 753 0 780 67 1
46 BW 569 0 081 55 0
46 DW 580 0 594 83 0
47 BX 625 0 655 87 0
47 DX 625 0 655 86 0
48 BY 509 0 543 65 0
48 DY 509 0 243 81 0
49 BZ 449 0 491 60 0
49 DZ 449 0 491 36 0
50 BO 444 0 461 43 0
50 DO 444 0 461 39 0
o1 B1 409 0 440 o4 0
ol D1 409 0 440 41 0
592 B2 377 0 418 26 0
52 D2 377 0 418 43 0
53 B3 504 0 D74 67 0
53 D3 504 0 D74 71 0
o4 B4 302 0 340 35 0
o4 D4 302 0 340 41 0
95 CY 1423 0 1476 190 0
o6 AA o4 0 0 0 0
o6 AD 1 0 0 0 0
o6 AN 1 0 0 0 0
o6 BA 163 0 0 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
29 DA 627 0 0 120 0
29 DB 13 0 0 4 0
29 DC 4 0 0 0 0
29 DD 2 0 0 1 0
99 DE 4 0 0 1 0
29 DF 1 0 0 0 0
29 DL 7 0 0 4 0
99 DN 2 0 0 0 0
29 DQ 1 0 0 0 0
29 DS 1 0 0 0 0
29 DT 1 0 0 0 0
99 DU 1 0 0 0 0
29 DV 1 0 0 0 0
All All 293103 0 196267 23787 3

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 49.

The worst 5 of 23787 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
29:BF:96: TRP:CE3 29:BF:99:PHE:CE2 1.79 1.66
29:BF:96: TRP:CZ3 29:BF:99:PHE:HE2 1.31 1.48
31:BH:121:VAL:HB | 31:BH:122:LEU:CD2 1.41 1.47
29:BF:96:TRP:CD2 29:BF:99:PHE:CZ 2.03 1.47
31:BH:121:VAL:CB | 31:BH:122:LEU:HD23 1.49 1.42

All (3) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
31:BH:123:ARG:NH2 | 1:CA:358:U:OP1[4_555| 2.07 0.13
24:BA:2152:G:N2 1:CA:416:G:OP1[4_555] 2.15 0.05
24:DA:544:C:OP2 | 45:DV:34:LYS:NZ[4 545] 2.16 0.04




Page 68

wwPDB X-ray Structure Validation Summary Report

4V9C

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.

Percentiles

Mol | Chain Analysed Favoured | Allowed Outliers
2 AB 216/241 (90%)
2 CB 216/241 (90%)
3 AC 204/233 (88%)
3 CC 204/233 (88%)
4 AD 203/206 (98%)
4 CD 203/206 (98%)
5 AE 148/167 (89%)
5 CE 148/167 (89%)
6 AF 98/135 (73%)
6 CF 98/135 (73%)
7 AG 149/179 (83%)
7 CG 149/179 (83%)
8 AH 127/130 (98%)
8 CH 127/130 (98%)
9 Al 125/130 (96%)
9 CI 125/130 (96%)
10 AJ 96,/103 (93%)
10 CJ 96/103 (93%)
11 AK 115/129 (89%)
11 CK 115/129 (89%)
12 AL 121/124 (98%)
12 CL 121/124 (98%)
13 AM 112/118 (95%)
13 CM 112/118 (95%)
14 AN 92/101 (91%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
14 | CN | 92/101 (91%) | 64 (70%) |
15 AO 86/89 (97%) 52 (60%)
15 CO 86/89 (97%) 42 (49%)
16 AP 80/82 (98%) 35 (44%)
16 CPp 80/82 (98%) 39 (49%)
17 AQ 78/84 (93%) 40 (51%)
17 CQ 78/84 (93%) 51 (65%)
18 AR 53/75 (7T1%) 31 (58%)
18 CR 53/75 (71%) 28 (53%)
19 AS 77/92 (84%) 43 (56%)
19 CS 77/92 (84%) 35 (46%)
20 AT 83/87 (95%) 45 (54%)
20 CT 83/87 (95%) 42 (51%)
21 AU 49/71 (69%) 18 (37%)
21 CU 49/71 (69%) 23 (47%)
26 BC 269/273 (98%) 171 (64%)
26 DC 269/273 (98%) 187 (70%)
27 BD 207/209 (99%) 159 (77%)
27 DD 207/209 (99%) 159 (77%)
28 BE 199/201 (99%) 126 (63%)
28 DE 199/201 (99%) 131 (66%)
29 BF 175/179 (98%) 104 (59%)
29 DF 175/179 (98%) 96 (55%)
30 BG 174/177 (98%) 107 (62%)
30 DG 174/177 (98%) 127 (73%)
31 BH 147/149 (99%) 82 (56%)
31 DH 147/149 (99%) 67 (46%)
32 BI 139/142 (98%) 77 (55%)
32 DI 139/142 (98%) 65 (47%)
33 BJ 140/142 (99%) 108 (77%)
33 DJ 140/142 (99%) 110 (79%)

TTTTTTTTTTTT
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
34 BK 120/123 (98%) 77 (64%) 29 (24%) 14 (12%) |
34 DK 120/123 (98%) 95 (79%) 18 (15%) 7 (6%)
35 BL 141/144 (98%) 84 (60%) 35 (25%) 22 (16%)
35 DL 141/144 (98%) 98 (70%) 29 (21%) 14 (10%)
36 BM 134/136 (98%) 94 (70%) 27 (20%) 13 (10%)
36 DM 134/136 (98%) 94 (70%) 28 (21%) 12 (9%)
37 BN 118/127 (93%) 72 (61%) 30 (25%) 16 (14%)
37 DN 118/127 (93%) 84 (71%) 22 (19%) 12 (10%)
38 BO 114/117 (97%) 65 (57%) 30 (26%) 19 (17%)
38 DO 114/117 (97%) 64 (56%) 25 (22%) 25 (22%)
39 BP 112/115 (97%) 80 (71%) 18 (16%) 14 (12%)
39 DP 112/115 (97%) 92 (82%) 12 (11%) 8 (7%)
40 BQ 115/118 (98%) 98 (85%) 13 (11%) 4 (4%)
40 DQ 115/118 (98%) 89 (77%) 16 (14%) 10 (9%)
41 BR 101/103 (98%) 76 (75%) 18 (18%) 7 (7%)
41 DR 101/103 (98%) 67 (66%) 23 (23%) 11 (11%)
42 BS 108/110 (98%) 68 (63%) 22 (20%) 18 (17%)
42 DS 108/110 (98%) 77 (71%) 21 (19%) 10 (9%)
43 BT 91/100 (91%) 54 (59%) 26 (29%) 11 (12%)
43 DT 91/100 (91%) 60 (66%) 18 (20%) 13 (14%)
44 BU 100/104 (96%) 55 (55%) 21 (21%) 24 (24%)
44 DU 100/104 (96%) 73 (73%) 12 (12%) 15 (15%)
45 BV 92/94 (98%) 50 (54%) 26 (28%) 16 (17%)
45 DV 92/94 (98%) 79 (86%) 4 (4%) 9 (10%)
46 BW 73/85 (86%) 56 (77%) 9 (12%) 8 (11%)
46 DW 74/85 (87%) 51 (69%) 14 (19%) 9 (12%)
47 BX 75/78 (96%) 55 (73%) 10 (13%) 10 (13%)
47 DX 75/78 (96%) 51 (68%) 14 (19%) 10 (13%)
48 BY 61/63 (97%) 38 (62%) 17 (28%) 6 (10%)
48 DY 61/63 (97%) 31 (51%) 19 (31%) 11 (18%)
49 BZ 56/59 (95%) 42 (75%) 12 (21%) 2 (4%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
49 DZ 56/59 (95%) 37 (66%) 16 (29%) 3 (5%)
50 BO 54/57 (95%) 34 (63%) 9 (17%) 11 (20%)
50 DO 54/57 (95%) 36 (67%) 10 (18%) 8 (15%)
51 B1 48/55 (87%) 29 (60%) 15 (31%) 4 (8%)
51 D1 48/55 (87%) 28 (58%) 10 (21%) 10 (21%)
52 B2 44/46 (96%) 29 (66%) 8 (18%) 7 (16%)
52 D2 44/46 (96%) 31 (70%) 10 (23%) 3 (7%)
53 B3 62/65 (95%) 47 (76%) 9 (14%) 6 (10%)
53 D3 62/65 (95%) 47 (76%) 7 (11%) 8 (13%)
54 B4 36/38 (95%) 27 (75%) 7 (19%) 2 (6%)
54 D4 36/38 (95%) 26 (72%) 7 (19%) 3 (8%)
55 CY 181/185 (98%) 99 (55%) 52 (29%) 30 (17%)
All All 11416/12155 (94%) | 7014 (61%) | 2503 (22%) | 1899 (17%)

5 of 1899 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
AB 11 LYS
AB 16 PHE
AB 23 TRP
AB 58 ASN
AB 64 LYS

DN DN DN DN DN

5.3.2 Protein sidechains (i)

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles

2 AB | 180/199 (90%) | 125 (69%) | 55 (31%)
2 CB | 180/199 (90%) | 135 (75%) | 45 (25%)
3 AC | 170/190 (90%) | 134 (79%) | 36 (21%)
3 CC | 170/190 (90%) | 130 (76%) | 40 (24%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers
4 AD 172/173 (99%) 114 (66%)
4 CD 172/173 (99%) 122 (71%)
5 AE 113/126 (90%) 91 (80%)
5 CE 113/126 (90%) 86 (76%)
6 AF 87/116 (75%) 66 (76%)
6 CF 87/116 (75%) 65 (75%)
7 AG 124/147 (84%) 92 (74%)
7 CG 124/147 (84%) 96 (77%)
8 AH 104/105 (99%) 73 (70%)
8 CH 104/105 (99%) 82 (79%)
9 Al 105/107 (98%) 81 (77%)
9 CI 105/107 (98%) 83 (79%)
10 AlJ 86/90 (96%) 71 (83%)
10 CJ 86,/90 (96%) 67 (78%)
11 AK 90/99 (91%) 73 (81%)
11 CK 90/99 (91%) 65 (72%)
12 AL 103/104 (99%) 68 (66%)
12 CL 103/104 (99%) 73 (71%)
13 AM 92/96 (96%) 77 (84%)
13 CM 92/96 (96%) 66 (72%)
14 AN 79/84 (94%) 62 (78%)
14 CN 79/84 (94%) 59 (75%)
15 AO 76/77 (99%) 56 (74%)
15 CO 76/77 (99%) 57 (75%)
16 AP 65/65 (100%) 50 (77%)
16 CPp 65/65 (100%) 43 (66%)
17 AQ 74/78 (95%) 63 (85%)
17 CQ 74/78 (95%) 52 (70%)
18 AR 48 /65 (74%) 35 (73%)
18 CR 48/65 (74%) 35 (73%)
19 AS 70/79 (89%) 51 (73%)

Percentiles
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Mol | Chain Analysed Rotameric | Outliers
19 CS 70/79 (89%) 54 (77%)
20 AT 65/66 (98%) 49 (75%)
20 CT 65/66 (98%) 48 (74%)
21 AU 44/61 (72%) 31 (70%)
21 CuU 44/61 (72%) 30 (68%)
26 BC 216/218 (99%) 154 (71%)
26 DC 216/218 (99%) 144 (67%)
27 BD 164/164 (100%) | 124 (76%)
27 DD 164/164 (100%) | 120 (73%)
28 BE 165/165 (100%) | 130 (79%)
28 DE 165/165 (100%) | 124 (75%)
29 BF 148/150 (99%) 114 (77%)
29 DF 148/150 (99%) 108 (73%)
30 BG 137/138 (99%) 109 (80%)
30 DG 137/138 (99%) 111 (81%)
31 BH 114/114 (100%) 80 (70%)
31 DH 114/114 (100%) 89 (78%)
32 BI 109/110 (99%) 101 (93%)
32 DI 109/110 (99%) 89 (82%)
33 BJ 116/116 (100%) 87 (75%)
33 DJ 116/116 (100%) 89 (77%)
34 BK 103/104 (99%) 81 (79%)
34 DK 103/104 (99%) 72 (70%)
35 BL 102/103 (99%) 76 (74%)
35 DL 102/103 (99%) 75 (74%)
36 BM 109/109 (100%) 80 (73%)
36 DM 109/109 (100%) 87 (80%)
37 BN 100/103 (97%) 79 (79%)
37 DN 100/103 (97%) 82 (82%)
38 BO 86/87 (99%) 66 (77%)
38 DO 86,/87 (99%) 57 (66%)

Percentiles
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Mol | Chain Analysed Rotameric | Outliers
39 BP 99/100 (99%) 80 (81%) 19 (19%)
39 DP 99/100 (99%) 79 (80%) 20 (20%)
40 BQ 89/90 (99%) 64 (72%) 25 (28%)
40 DQ 89/90 (99%) 67 (75%) 22 (25%)
41 BR 84/84 (100%) 63 (75%) 21 (25%)
41 DR 84/84 (100%) 64 (76%) 20 (24%)
42 BS 93/93 (100%) 64 (69%) 29 (31%)
42 DS 93/93 (100%) 69 (74%) 24 (26%)
43 BT 80/84 (95%) 55 (69%) 25 (31%)
43 DT 80/84 (95%) 60 (75%) 20 (25%)
44 BU 83/85 (98%) 61 (74%) 22 (26%)
44 DU 83/85 (98%) 60 (72%) 23 (28%)
45 BV 78/78 (100%) 61 (78%) 17 (22%)
45 DV 78/78 (100%) 61 (78%) 17 (22%)
46 BW 56/63 (89%) 45 (80%) 11 (20%)
46 DW 57/63 (90%) 45 (79%) 12 (21%)
47 BX 67/68 (98%) 48 (72%) 19 (28%)
47 DX 67/68 (98%) 54 (81%) 13 (19%)
48 BY 55/55 (100%) 47 (86%) 8 (14%)
48 DY 55/55 (100%) 40 (73%) 15 (27%)
49 BZ 48/49 (98%) 38 (79%) 10 (21%)
49 DZ 48/49 (98%) 40 (83%) 8 (17%)
50 BO 47/48 (98%) 37 (79%) 10 (21%)
50 DO 47/48 (98%) 37 (79%) 10 (21%)
51 B1 45/49 (92%) 37 (82%) 8 (18%)
51 D1 45/49 (92%) 37 (82%) 8 (18%)
52 B2 38/38 (100%) 26 (68%) 12 (32%)
52 D2 38/38 (100%) 31 (82%) 7 (18%)
53 B3 51/52 (98%) 38 (74%) 13 (26%)
53 D3 51/52 (98%) 32 (63%) 19 (37%)
54 B4 34/34 (100%) 26 (76%) 8 (24%)

Percentiles
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Mol | Chain Analysed Rotameric | Outliers
54 D4 34/34 (100%) 22 (65%) 12 (35%)
55 CY 158/160 (99%) 116 (73%) 42 (27%)
All All 9485/9916 (96%) | 7142 (75%) | 2343 (25%)

Percentiles

5 of 2343 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
29 DF 105 ILE
50 DO 27 LEU
31 DH 80 ILE
29 DF 103 ILE
38 DO 60 GLU

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 136
such sidechains are listed below:

Mol | Chain | Res | Type
35 DL 54 GLN
41 DR 89 HIS
50 DO 37 HIS
42 BS 61 ASN
42 BS 40 ASN
5.3.3 RNA (O
Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 AA 1538/1542 (99%) 503 (32%) 31 (2%)
1 CA 1537/1542 (99%) 498 (32%) 37 (2%)
22 AV 75/76 (98%) 19 (25%) 1 (1%)
22 CvV 75/76 (98%) 27 (36%) 6 (8%)
23 AX 15/24 (62%) 7 (46%) 0
23 CcX 14/24 (58%) 6 (42%) 1 (7%)
24 BA | 2896/2904 (99%) 884 (30%) 70 (2%)
24 DA | 2896/2904 (99%) 828 (28%) 71 (2%)
25 BB 117/120 (97%) 29 (24%) 1 (0%)
25 DB 118/120 (98%) 24 (20%) 0
All All 9281/9332 (99%) 2825 (30%) 218 (2%)

5 of 2825 RNA backbone outliers are listed below:
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Mol | Chain | Res | Type
1 AA 3 A
1 AA 4 U
1 AA 5 U
1 AA 8 A
1 AA 9 G

5 of 218 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
1 CA 575 G
22 CV 47 U
24 DA 2286 G
1 CA 737 C
1 CA 1089 G

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 oligosaccharides in this entry.

5.6 Ligand geometry (i)

Of 510 ligands modelled in this entry, 492 are monoatomic - leaving 18 for Mogul analysis.

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

Mol | Type | Chain | Res | Link | o PRS0 L o
57 | NMY | AA [ 1656 | - [434545| 231 | 12 (27%) | 62,6767 | 1.88 | 20 (32%)
57 | NMY | BA |3161| - |[434545]| 0.49 0 62,67,67 | 1.03 | 4 (6%)
57 | NMY | DA |3187| - [434545| 234 | 11 (25%) | 62,67,67| 1.51 | 13 (20%)
57 | NMY | BA [3166| - [434545| 221 | 11 (25%) | 62,67.67| 222 | 16 (25%)
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Mol | Type | Chain | Res | Link | o PRS0 s o
57 [ NMY | DA [3190] - [434545| 229 | 10 (23%) | 62,67.67| 2.56 | 25 (40%)
57 | NMY | AA [ 1655| - [434545| 0.56 0 62,6767 097 | 4 (6%)
57 | NMY | BA [3165] - [434545]| 050 0 62,6767 | 1.12 | 5 (8%)
57 | NMY | CA [1672| - [434545| 053 0 62,6767 0.89 | 2 (3%)
57 | NMY | DA [3189| - [434545| 224 | 11 (25%) | 62,67.67| 232 | 23 (37%)
57 | NMY | DA [3186] - [434545| 240 | 12 (27%) | 62,67.67| 239 | 15 (24%)
57 | NMY | BA [3163] - [434545| 234 | 10 (23%) | 62,67,67 | 246 | 28 (45%)
57 | NMY | DA [3188] - [434545| 2.24 | 13 (30%) | 62,6767 | 2.03 | 24 (38%)
57 | NMY | BA [ 3167] - [434545| 232 | 11 (25%) | 62,67.67| 1.97 | 14 (22%)
57 | NMY | AA [ 1657 - [434545| 235 | 12 (27%) | 62,6767 | 1.87 | 18 (29%)
57 | NMY | BA |3162| - [434545] 0.49 0 62,6767 | 1.05 | 5 (8%)
57 | NMY | DA [3185] - [434545| 236 | 12 (27%) | 62,67.67| 1.72 | 14 (22%)
57 | NMY | DA [3184] - [434545| 057 0 62,6767 1.26 | 5 (8%)
57 | NMY | BA [3164| - [434545| 229 | 11 (25%) | 62,67.67| 244 | 26 (41%)

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

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
57 | NMY | AA 1656 - - 6/18/94/94 | 0/4/4/4
57 | NMY BA | 3161 - - 4/18/94/94 | 0/4/4/4
57 | NMY DA | 3187 - - 8/18/94/94 | 0/4/4/4
57 | NMY BA | 3166 - - 6/18/94/94 | 0/4/4/4
57 | NMY DA | 3190 - - 10/18/94/94 | 0/4/4/4
57 | NMY | AA 1655 - - 12/18/94/94 | 0/4/4/4
57 | NMY BA | 3165 - - 5/18/94/94 | 0/4/4/4
57 | NMY CA 1672 - - 3/18/94/94 | 0/4/4/4
57 | NMY DA | 3189 - - 5/18/94/94 | 0/4/4/4
57 | NMY DA | 3186 - - 10/18/94/94 | 0/4/4/4
57 | NMY BA | 3163 - - 5/18/94/94 | 0/4/4/4
57 | NMY DA | 3188 - - 8/18/94/94 | 0/4/4/4
57 | NMY BA | 3167 - - 5/18/94/94 | 0/4/4/4
57 | NMY | AA 1657 - - 9/18/94/94 | 0/4/4/4
57 | NMY BA | 3162 - - 1/18/94/94 | 0/4/4/4

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
57 | NMY DA | 3185 - - 5/18/94/94 | 0/4/4/4
57 | NMY DA | 3184 - - 3/18/94/94 | 0/4/4/4
57 | NMY BA | 3164 - - 6/18/94/94 | 0/4/4/4

The worst 5 of 136 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
57 DA | 3187 | NMY | C20-C19 | -10.09 1.40 1.53
57 DA | 3186 | NMY | C20-C19 | -9.91 1.41 1.53
57 AA | 1657 | NMY | C20-C19 | -9.88 1.41 1.53
o7 DA | 3190 | NMY | C20-C19 | -9.82 1.41 1.53
o7 DA | 3185 | NMY | C20-C19 | -9.78 1.41 1.53

The worst 5 of 261 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
57 DA | 3186 | NMY | O11-C13-0O16 | 10.79 122.39 111.37
57 BA | 3163 | NMY | C1-O1-C10 | -6.56 102.42 117.98
57 DA | 318 | NMY | C8-C7-C12 6.53 119.85 110.08
57 DA | 3190 | NMY | C13-C14-C15 | 6.50 109.92 102.10
o7 BA | 3163 | NMY | C8-C7-C12 6.31 119.52 110.08

There are no chirality outliers.

5 of 111 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
57 AA 1655 | NMY C4-ChH-C6-N6
57 AA 1655 | NMY 05-C5-C6-N6
57 AA 1655 | NMY | C14-C13-0O11-C11
57 AA 1655 | NMY | C16-C15-O18-C18
57 AA 1655 | NMY | C19-C18-0O18-C15

There are no ring outliers.

18 monomers are involved in 248 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
o7 AA | 1656 | NMY 12 0
57 BA | 3161 | NMY 14 0
57 DA | 3187 | NMY 4 0
57 BA | 3166 | NMY 14 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
57 DA | 3190 | NMY 32
57 AA | 1655 | NMY 26
o7 BA | 3165 | NMY 24
o7 CA 1672 | NMY 7
o7 DA | 3189 | NMY 9
57 DA | 3186 | NMY 19
57 BA | 3163 | NMY 11
57 DA | 3188 | NMY 12
57 BA | 3167 | NMY 5
o7 AA | 1657 | NMY 10
o7 BA | 3162 | NMY 16
o7 DA | 3185 | NMY 13
57 DA | 3184 | NMY 17
57 BA | 3164 | NMY 3

O OO OO OO0 O

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



Page 80 wwPDB X-ray Structure Validation Summary Report

4V9oC

Ligand NMY AA 1656

Bond angles

Torsions

Ligand NMY BA 3161

Bond angles

Torsions




Page 81

wwPDB X-ray Structure Validation Summary Report

4V9oC

Ligand NMY DA 3187

Torsions

Ligand NMY BA 3166

Bond lengths

Bond angles

aY f ® t "‘. A,P ' t
VA a! f\. : e
. n_% B ) /\ n-nQ 2 = C( O
[ _/ ° _.f N - \ ( [e—— — o | i b
\%____1_;‘ - . . © J .
\ h8
Torsions Rings




Page 82

wwPDB X-ray Structure Validation Summary Report

4V9oC

Ligand NMY DA 3190
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Ligand NMY BA 3165
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Ligand NMY DA 3189
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Ligand NMY BA 3163
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Ligand NMY BA 3167

Bond angles

]

Torsions

‘... A,P ° 1
.-r- & Q It — < l O
[e—— P G . : I £

Ligand NMY AA 1657

Bond lengths

Bond angles

aY f ® t "‘. A,P ' t

VA a! f\. : e
[ n\% B : —/_'\ /\ .‘"Q -Q‘ -~ q O
[ = _/ . __;;'* S . \ ( o F— — | ! :

‘%*'f.___‘_fl ° _ ¢ e
\ h8
Torsions Rings
SPDB



Page 87 wwPDB X-ray Structure Validation Summary Report

4V9oC

Ligand NMY BA 3162
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Ligand NMY DA 3184
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5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) [Q<0.9
1 AA | 1539/1542 (99%) -0.55 2 (0%) 67, 121, 207, 543 0
1 CA | 1538/1542 (99%) -0.57 10 (0%) |84 70 | 63,120, 240, 527 0
2 AB 218/241 (90%) 0.36 13 (5%) 27 (19| | 86, 172, 404, 542 0
2 CB 218/241 (90%) 0.26 10 (4%) 37 25 | 96, 215, 508, 545 0
3 AC 206,/233 (88%) 0.38 16 (7%) |19 [ 14| | 81, 139, 325, 514 0
3 cC 206,233 (88%) -0.01 8 (3%) 43 80, 120, 286, 513 0
4 AD 205,206 (99%) 1.38 52 (25%) 83, 161, 372, 537 0
4 CD 205,206 (99%) 1.14 (19%) 81, 148, 442, 537 0
5 AE 150/167 (89%) 0.50 14 (9%) | 14 79, 130, 272, 478 0
5 CE 150,167 (89%) 0.57 8 (12%) 68, 114, 292, 527 0
6 AF 100/135 (74%) -0.04 3 (3%) 52 85, 142, 331, 528 0
6 CF 100/135 (74%) 0.52 (8%) 87, 178, 386, 531 0
7 AG 151/179 (84%) 0.44 15 (9%) 93, 161, 365, 539 0
7 CG 151/179 (84%) 0.99 (19%) 112, 234, 452, 540 | 0
8 AH 129/130 (99%) 0.45 (10%) 79, 145, 341, 424 0
8 CH 129/130 (99%) 0.50 7(5%) 31 21 81, 121, 307, 437 0
9 Al 127/130 (97%) 1.01 2 (17%) §4)14] | 101, 180, 459,535 | 0
9 CI 127/130 (97%) 1.09 30 (23%) 12} |1 97, 216, 478, 540 0
10 AJ 98/103 (95%) 0.65 9 (9%) | 14|11 95, 165, 363, 543 0
10 CJ 98,103 (95%) 1.38 27 (27%) [ 1]11 101, 202, 530, 543 | 0
11 | AK 117/129 (90%) 0.27 (5%) 27 119 75, 112, 337, 492 0
11 | CK 117/129 (90%) 0.73 (11%) [ 10} 19 | 83, 243, 494, 531 0
12 | AL 123/124 (99%) 0.41 11 (8%) |15, | 12| | 75, 109, 299, 403 0
12 CL 123/124 (99%) 0.58 (14%) f6 15| 62, 93, 294, 386 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 | AM 114/118 (96%) 0.87 17 (14%) 106, 239, 498, 530 0
13 | CM 114/118 (96%) 1.13 24 (21%) 122, 312, 536, 547 0
14 AN 96,/101 (95%) 1.39 89, 175, 381, 527 0
14 CN 96,/101 (95%) 1.47 95, 183, 535, 545 0
15 AO 88/89 (98%) 0.54 90, 136, 315, 374 0
15 CcO 88/89 (98%) 0.91 94, 176, 350, 510 0
16 AP 82/82 (100%) 1.19 76, 125, 380, 528 0
16 CP 82/82 (100%) 0.92 75, 115, 387, 524 0
17 | AQ 80/84 (95%) 0.71 88, 162, 370, 434 0
17 CcQ 80/84 (95%) 0.44 75, 141, 337, 496 0
18 AR 55/75 (73%) 0.23 84, 115, 320, 391 0
18 CR 55/75 (73%) 0.40 107, 159, 370, 440 0
19 AS 79/92 (85%) 0.81 118, 215, 454, 530 0
19 CS 79/92 (85%) 1.02 133, 302, 496, 542 0
20 AT 85/87 (97%) 1.22 93, 158, 363, 497 0
20 CT 85/87 (97%) 0.90 82, 128, 351, 491 0
21 AU 51/71 (71%) 1.25 83, 133, 326, 395 0
21 CuU 51/71 (71%) 1.42 108, 193, 374, 512 0
22 AV 76,76 (100%) -0.84 63, 117, 160, 255 0
22 cv 76,76 (100%) 0.14 61, 257, 424, 542 0
23 AX 16/24 (66%) 0.39 1(6%) 26 |17 76, 139, 214, 261 0
23 CX 15/24 (62%) 0.63 2 (13%) |E 83, 191, 269, 339 0
24 | BA | 2897/2904 (99%) -0.68 5 (0%) |m 54, 96, 294, 544 0
24 DA 2897/2904 (99%) -0.72 44 (1%) 72 53 37, 67, 231, 547 0
25 BB 118/120 (98%) -0.80 0 {100 100 78, 151, 201, 231 0
25 DB 119/120 (99%) -0.92 0 f100]f 100 47, 88, 129, 188 0
26 BC 271/273 (99%) 0.56 33 (12%) 18117 56, 106, 196, 362 0
26 DC 271/273 (99%) 0.33 23 (8%) | 16| | 13 46, 81, 188, 348 0
27 BD 209/209 (100%) 0.10 7 (3%) 49 33 58, 88, 195, 401 0
27 | DD 209/209 (100%) -0.06 6 (2%) 53 35 38, 57, 129, 253 0
28 BE 201/201 (100%) -0.04 3(1%) 72 53 59, 105, 224, 424 0

Continued on next page...
gPDB
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
28 | DE | 201/201 (100%) 20,22 2(0%) | 79 63 | 40,72, 155,487 | 0
20 | BF | 177/179 (98%) 0.57 12 (6%) 23 | 16| | 125,257, 446,539 | 0
20 | DF | 177/179 (98%) 0.66 22 (12%) 76, 147, 367, 520 | 0
30 | BG | 176/177 (99%) 0.08 4(2%) 61 42 | 93, 155,360,507 | 0
30 | DG | 176/177 (99%) 0.15 13 (7%) 120 | 15| | 54,94, 190,439 | 0
31 | BH | 149/149 (100%) 0.57 19 (12%) 15,223, 436, 532 | 0
31 | DH | 149/149 (100%) 0.76 21 (14%) 25, 213, 475,538 | 0
32 | BI 141,142 (99%) 0.95 16 (11%) 126, 471, 546, 549 | 0
32 | DI 141,142 (99%) 1.09 24 (17%) 123, 380, 542, 548 | 0
33 | BJ | 142/142 (100%) 0.08 6 (4%) 40 56, 83, 169, 348 | 0
33 | DI | 142/142 (100%) 20.06 7(4%) 35 (23 | 38, 60,146,265 | 0
34 | BK | 122/123 (99%) 20.04 3(2%) 58 39 | 65,93,197,357 | 0
34 | DK | 122/123 (99%) 0.23 o [100] [o0 43,63, 112,229 | 0
35 | BL | 143/144 (99%) 0.30 10 (6%) |22 |15 | 55, 110, 265,507 | 0
35 | DL | 143/144 (99%) 0.22 7(4%) 35 (23 | 41,68,170,291 | 0
36 | BM | 136/136 (100%) 0.05 4(2%) 53 35 | 65,99,208 340 | 0
36 | DM | 136/136 (100%) 0.02 5(3%) 45 31 | 47,67,153,262 | 0
37 | BN | 120/127 (94%) 0.05 5(4%) 40 26 | 66,107, 190, 466 | 0
37 | DN | 120/127 (94%) 0.07 4(3%) 49 33 | 40,61,151,420 | 0
38 | BO | 116/117 (99%) 0.56 13 (11%) [ 10] [o] | 96,193, 363,537 | 0
38 | DO | 116/117 (99%) 0.14 0 66, 94, 183,322 | 0
30 | BP | 114/115 (99%) 0.23 7(6%) 27 18] | 71,109, 288,356 | 0
30 | DP | 114/115 (99%) 0.01 5(4%) 39 25 | 47,69,178,330 | 0
10 | BQ | 117/118 (99%) 0.07 5(4%) 40 25 | 55, 76,170,304 | 0
10 | DQ | 117/118 (99%) 0.01 4(3%) 48 32 | 38,54,156,310 | O
41 | BR | 103/103 (100%) 0.18 3(2%) 53 35 | 57.92,180,28 | 0
41 | DR | 103/103 (100%) 20.06 4(3%) 43 29 | 42,68,152,458 | 0
42 | BS | 110/110 (100%) 0.07 6 (5%) 30 (21| | 60,92 175,299 | 0
42 | DS | 110/110 (100%) 0.12 1(0%) |81 65 | 38,56 115,161 | 0
43 | BT 93,/100 (93%) 0.86 14 (15%) 03, 155, 337, 441 | 0
43 | DT 93,/100 (93%) 0.32 8 (8%) 116|112 | 56,90,192,530 | 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
44 BU 102/104 (98%) 0.61 14 (13%) 78, 133, 337, 443 0
44 DU 102/104 (98%) 0.19 7 (6%) 23 |16 52, 82, 226, 299 0
45 BV 94/94 (100%) -0.02 4 (4%) 40 25 86, 144, 310, 421 0
45 DV 94/94 (100%) 0.11 3(3%) 50 34 60, 94, 183, 336 0
46 BW 75/85 (88%) 0.64 5(6%) 24 |16 70, 113, 202, 321 0
46 DW 76/85 (89%) 0.46 8 (10%) 111119 46, 70, 156, 244 0
47 | BX 77/78 (98%) 0.69 12 (15%) 62, 110, 268, 318 0
47 DX 77/78 (98%) -0.08 2 (2%) b7 38 48, 83, 165, 320 0
48 BY 63/63 (100%) 0.05 2 (3%) 50 34 95, 176, 353, 521 0
48 DY 63/63 (100%) 0.19 5(7%) 18 | 14 58, 106, 283, 388 0
49 BZ 58/59 (98%) -0.08 2 (3%) 48 32 67, 93, 170, 515 0
49 DZ 58/59 (98%) 0.14 1 (1%) 69 50 44, 59, 141, 198 0
50 BO 56/57 (98%) 0.11 4 (7%) 22 |15 59, 98, 294, 405 0
50 DO 56/57 (98%) 0.43 4 (7%) 22 |15 33, 64, 166, 282 0
51 B1 50/55 (90%) 0.49 6 (12%) 19117 88, 147, 326, 377 0
51 D1 50/55 (90%) 0.38 6 (12%) 19417 78, 120, 326, 532 0
52 B2 46/46 (100%) 0.59 5 (10%) | 10419 70, 95, 239, 293 0
52 D2 46/46 (100%) 0.71 6 (13%) 87116 54, 67, 171, 292 0
53 B3 64,/65 (98%) 0.60 8 (12%) 18] |6 67, 91, 201, 286 0
53 D3 64/65 (98%) 0.59 8 (12%) 1816 47, 61, 161, 254 0
54 B4 38/38 (100%) 0.68 4 (10%) 111119 78, 108, 174, 322 0
54 D4 38/38 (100%) -0.02 1 (2%) 57 38 53, 67, 150, 295 0
55 CY 183/185 (98%) 0.30 11 (6%) 27 119 53, 148, 442, 539 0
All All | 20909/21487 (97%) -0.04 1165 (5%) 30 20 | 15, 110, 357, 549 0

The worst 5 of 1165 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
4 AD 24 | GLY 14.3
4 CD 76 | TYR 10.5
12 CL 15 LYS 104
9 CI 125 | PRO 10.3
12 CL 25 GLU 9.8
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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 oligosaccharides in this entry.

6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. The B-factors column lists the minimum,
median, 95" percentile and maximum values of B factors of atoms in the group. The column
labelled ‘Q< 0.9’ lists the number of atoms with occupancy less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9

56 | MG | AA | 1654| 1/1 | -0.26 | 0.23 | 110,110,110,110
56 | MG | BA |3159| 1/1 | -0.19 | 0.36 | 109,109,109,109
56 | MG | DB | 204 | 1/T | -0.07 | 0.36 | 109,109,109,109
56 | MG | CA |1636| 1/I | -0.05 | 0.19 | 134,134,134,134

o6 MG CA 1657 1/1 0.01 0.22 | 119,119,119,119
o6 MG DA 3095 1/1 0.06 0.58 | 116,116,116,116
o6 MG BA 3054 1/1 0.15 0.39 | 119,119,119,119
o6 MG CA 1652 1/1 0.16 0.25 | 106,106,106,106
o6 MG DA 3018 1/1 0.18 0.39 | 102,102,102,102
56 MG AA 1623 1/1 0.19 0.38 | 119,119,119,119
o6 MG DA 3151 1/1 0.25 0.31 | 101,101,101,101
o6 MG CA 1637 1/1 0.25 0.36 | 139,139,139,139
o6 MG BA 3012 1/1 0.26 0.37 | 118,118,118,118
o6 MG AA 1631 1/1 0.27 0.28 | 126,126,126,126
o6 MG BA 3096 1/1 0.28 0.30 | 118,118,118,118
o6 MG AA 1640 1/1 0.29 0.26 | 110,110,110,110
56 MG DB 202 1/1 0.30 0.32 | 122,122,122,122
o6 MG BA 3059 1/1 0.31 0.60 | 122,122,122,122
o6 MG AA 1633 1/1 0.33 0.23 | 128,128,128,128
56 MG DA 3076 1/1 0.33 0.18 | 100,100,100,100
o6 MG BA 3026 1/1 0.33 0.28 | 134,134,134,134
o6 MG CA 1660 1/1 0.35 0.18 | 104,104,104,104
o6 MG BA 3007 1/1 0.36 0.29 | 127,127,127,127
o6 MG AA 1648 1/1 0.36 0.15 | 116,116,116,116
56 MG AA 1646 1/1 0.37 0.23 95,95,95,95
56 MG DA 3081 1/1 0.37 0.40 | 110,110,110,110
o6 MG BA 3168 1/1 0.37 0.34 | 114,114,114,114 0
Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA 3027 1/1 0.38 0.44 | 108,108,108,108 0
56 MG DA 3087 1/1 0.38 0.21 | 113,113,113,113 0
56 MG BA | 3142 1/1 0.40 0.25 | 103,103,103,103 0
56 MG BA 3022 1/1 0.40 0.26 | 110,110,110,110 0
56 MG CA 1601 1/1 0.41 0.17 | 140,140,140,140 0
56 MG CA 1632 1/1 0.42 0.38 | 128,128,128,128 0
56 MG DA | 3134 1/1 0.44 0.25 7T 0
56 MG DA 3129 1/1 0.45 0.47 | 124,124,124,124 0
56 MG CA 1656 1/1 0.45 0.25 | 106,106,106,106 0
56 MG AN 201 1/1 0.45 0.27 | 133,133,133,133 0
56 MG CA 1629 1/1 0.45 0.42 | 123,123,123,123 0
56 MG AA 1639 1/1 0.45 0.40 | 113,113,113,113 0
56 MG CA 1647 1/1 0.46 0.12 | 112,112,112,112 0
56 MG AA 1653 1/1 0.46 0.17 | 106,106,106,106 0
26 MG DA 3068 1/1 0.46 0.30 | 117,117,117,117 0
56 MG BA | 3066 1/1 0.47 0.21 96,96,96,96 0
56 MG DA 3161 1/1 0.47 0.18 | 103,103,103,103 0
56 MG DO 201 1/1 0.47 0.39 | 109,109,109,109 0
56 MG CX 101 1/1 0.48 0.14 | 112,112,112,112 0
56 MG BA 3152 1/1 0.48 0.41 | 115,115,115,115 0
56 MG AA 1625 1/1 0.49 0.29 | 117,117,117,117 0
56 MG BA 3125 1/1 0.49 0.26 | 100,100,100,100 0
56 MG DA 3179 1/1 0.50 0.26 | 113,113,113,113 0
56 MG BB 202 1/1 0.51 0.33 | 123,123,123,123 0
56 MG DA | 3055 1/1 0.51 0.23 94,94,94,94 0
o6 MG CA 1653 1/1 0.51 0.14 99,99,99,99 0
56 MG AA 1608 1/1 0.52 0.26 | 114,114,114,114 0
56 MG BA 3018 1/1 0.52 0.32 | 118,118,118,118 0
56 MG CA 1631 1/1 0.52 0.23 | 120,120,120,120 0
56 MG AA 1617 1/1 0.52 0.19 | 112,112,112,112 0
o6 MG CA 1607 1/1 0.53 0.29 | 110,110,110,110 0
o6 MG AD 301 1/1 0.53 0.28 | 119,119,119,119 0
56 MG DA 3174 1/1 0.54 0.18 | 105,105,105,105 0
56 MG DA 3013 1/1 0.54 0.35 | 107,107,107,107 0
56 MG DA 3192 1/1 0.54 0.26 95,95,95,95 0
56 MG CA 1665 1/1 0.54 0.11 | 112,112,112,112 0
56 MG BA 3110 1/1 0.54 0.23 | 110,110,110,110 0
56 MG DA | 3162 1/1 0.54 0.25 95,95,95,95 0
56 MG AA | 1641 1/1 0.55 0.21 | 105,105,105,105 0
56 | MG | DA |3057| 1/1 0.55 | 0.41 | 114,114,114,114 | 0
o6 MG AA 1650 1/1 0.55 0.19 | 118,118,118,118 0
56 MG BA | 3081 1/1 0.56 0.21 | 109,109,109,109 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DA | 3079 1/1 0.56 0.30 99,99,99,99 0
56 MG BA | 3087 1/1 0.56 0.28 | 112,112,112,112 0
56 MG BA | 3030 1/1 0.56 0.20 94,94,94,94 0
56 MG DA | 3131 1/1 0.57 0.35 | 118,118,118,118 0
56 MG BA | 3090 1/1 0.57 0.34 | 130,130,130,130 0
56 MG BC 301 1/1 0.57 0.32 | 122,122/122,122 0
56 MG DA | 3152 1/1 0.57 0.22 | 105,105,105,105 0
56 MG BA | 3160 1/1 0.58 0.23 | 102,102,102,102 0
56 MG CA | 1659 1/1 0.58 0.20 | 110,110,110,110 0
56 MG BA | 3157 1/1 0.58 0.44 97,97,97,97 0
56 MG DA | 3042 1/1 0.58 0.27 | 105,105,105,105 0
56 MG BA | 3141 1/1 0.58 0.13 | 114,114,114,114 0
56 MG DA | 3025 1/1 0.59 0.30 | 118,118,118,118 0
56 MG AA | 1627 1/1 0.59 0.25 | 121,121,121,121 0
56 MG BA | 3058 1/1 0.59 0.28 | 108,108,108,108 0
56 MG BA | 3107 1/1 0.59 0.21 | 106,106,106,106 0
56 MG DA | 3065 1/1 0.59 0.19 81,81,81,81 0
56 MG BA | 3053 1/1 0.59 0.25 98,98,98,98 0
56 MG CA | 1638 1/1 0.60 0.31 | 113,113,113,113 0
56 MG AA ] 1628 1/1 0.60 0.22 | 116,116,116,116 0
56 MG BA | 3148 1/1 0.60 0.23 | 101,101,101,101 0
56 MG DA | 3150 1/1 0.61 0.42 78,78,78,78 0
56 MG BA | 3019 1/1 0.61 0.18 | 101,101,101,101 0
56 MG BA | 3144 1/1 0.61 0.31 87,87,87,87 0
56 MG DA | 3194 1/1 0.61 0.29 90,90,90,90 0
56 MG AA | 1614 1/1 0.61 0.32 | 123,123,123,123 0
56 MG CA | 1633 1/1 0.61 0.34 | 116,116,116,116 0
56 MG DA | 3172 1/1 0.61 0.21 | 109,109,109,109 0
56 MG DA | 3100 1/1 0.62 0.20 96,96,96,96 0
56 MG CA | 1602 1/1 0.62 0.18 | 105,105,105,105 0
56 MG DA | 3083 1/1 0.62 0.21 82,82,82,82 0
56 MG CA | 1644 1/1 0.62 0.31 | 118,118,118,118 0
56 MG DA | 3146 1/1 0.62 0.29 76,76,76,76 0
56 MG CA | 1609 1/1 0.62 0.28 | 117,117,117,117 0
56 MG AA | 1626 1/1 0.63 0.22 | 111,111,111,111 0
56 MG BA | 3077 1/1 0.63 0.22 | 121,121,121,121 0
56 MG BA | 3014 1/1 0.63 0.31 | 106,106,106,106 0
56 MG BA | 3099 1/1 0.63 0.22 | 112,112,112,112 0
56 MG BA | 3102 1/1 0.63 0.22 | 119,119,119,119 0
56 MG CA | 1643 1/1 0.63 0.22 | 103,103,103,103 0
56 MG BA | 3013 1/1 0.64 0.26 | 114,114,114,114 0
56 MG CA | 1603 1/1 0.64 0.16 | 120,120,120,120 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3032 1/1 0.64 0.32 | 110,110,110,110 0
56 MG DA | 3015 1/1 0.64 0.35 | 124,124,124,124 0
56 MG BA | 3044 1/1 0.64 0.28 | 114,114,114,114 0
56 MG BA | 3131 1/1 0.65 0.29 | 114,114,114,114 0
56 MG CA | 1649 1/1 0.65 0.11 | 107,107,107,107 0
56 MG DA | 3102 1/1 0.65 0.25 94,94,94,94 0
56 MG AA ] 1629 1/1 0.65 0.27 | 118,118,118,118 0
56 MG CA | 1608 1/1 0.66 0.21 | 115,115,115,115 0
56 MG DA | 3077 1/1 0.66 0.22 98,98,98,98 0
56 MG BA | 3092 1/1 0.66 0.16 | 119,119,119,119 0
56 MG DA | 3176 1/1 0.66 0.36 78,78,78,78 0
56 MG DA | 3105 1/1 0.66 0.20 90,90,90,90 0
56 MG DA | 3052 1/1 0.67 0.25 95,95,95,95 0
56 MG DA | 3028 1/1 0.67 0.20 85,85,85,85 0
56 MG DA | 3023 1/1 0.67 0.26 | 120,120,120,120 0
56 MG DA | 3026 1/1 0.68 0.34 98,98,98,98 0
56 MG CA | 1634 1/1 0.68 0.18 | 120,120,120,120 0
56 MG CA | 1617 1/1 0.68 0.20 | 115,115,115,115 0
56 MG DA | 3097 1/1 0.68 0.28 | 105,105,105,105 0
56 MG CA | 1628 1/1 0.68 0.18 | 116,116,116,116 0
56 MG BA | 3071 1/1 0.69 0.17 | 104,104,104,104 0
56 MG DA | 3011 1/1 0.69 0.23 | 103,103,103,103 0
56 MG BA | 3136 1/1 0.69 0.37 94,94,94,94 0
56 MG BA | 3123 1/1 0.69 0.20 88,88,88,88 0
56 MG AA | 1630 1/1 0.69 0.20 | 105,105,105,105 0
56 MG DA | 3137 1/1 0.69 0.27 93,93,93,93 0
56 MG CA | 1627 1/1 0.69 0.21 | 111,111,111,111 0
56 MG CA | 1670 1/1 0.70 0.35 | 102,102,102,102 0
56 MG BA | 3062 1/1 0.70 0.23 91,91,91,91 0
56 MG CA | 1651 1/1 0.70 0.28 | 103,103,103,103 0
56 MG CA | 1623 1/1 0.70 0.33 | 117,117,117,117 0
56 MG CA | 1624 1/1 0.70 0.15 | 106,106,106,106 0
56 MG DA | 3108 1/1 0.70 0.17 | 100,100,100,100 0
56 MG BA | 3009 1/1 0.70 0.15 95,95,95,95 0
56 MG BA | 3070 1/1 0.70 0.19 90,90,90,90 0
56 MG AA | 1610 1/1 0.70 0.19 | 120,120,120,120 0
56 MG BA | 3130 1/1 0.70 0.23 | 103,103,103,103 0
56 MG DA | 3142 1/1 0.70 0.20 86,86,86,86 0
56 MG BA | 3105 1/1 0.70 0.18 91,91,91,91 0
56 MG CA | 1667 1/1 0.70 0.21 | 111,111,111,111 0
56 MG BA | 3122 1/1 0.71 0.26 | 112,112,112,112 0
56 MG BA | 3075 1/1 0.71 0.18 | 104,104,104,104 0

Continued on next page...



Page 97

wwPDB X-ray Structure Validation Summary Report

4V9C

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3037 1/1 0.71 0.46 97,97,97,97 0
56 MG DA | 3183 1/1 0.71 0.26 87,87,87,87 0
56 MG BA | 3015 1/1 0.71 0.17 | 115,115,115,115 0
56 MG AA | 1634 1/1 0.71 0.28 | 120,120,120,120 0
56 MG AA | 1649 1/1 0.71 0.32 90,90,90,90 0
56 MG AA | 1636 1/1 0.71 0.16 | 103,103,103,103 0
56 MG CA | 1668 1/1 0.71 0.14 | 107,107,107,107 0
56 MG DA | 3111 1/1 0.72 0.14 | 102,102,102,102 0
56 MG BA | 3078 1/1 0.72 0.15 | 119,119,119,119 0
56 MG DA | 3169 1/1 0.72 0.22 94,94,94,94 0
56 MG DA | 3084 1/1 0.72 0.17 | 104,104,104,104 0
56 MG DA | 3061 1/1 0.72 0.35 | 106,106,106,106 0
56 MG BA | 3079 1/1 0.72 0.25 | 103,103,103,103 0
56 MG BA | 3023 1/1 0.72 0.22 | 108,108,108,108 0
56 MG BA | 3069 1/1 0.72 0.17 | 129,129,129,129 0
56 MG DA | 3149 1/1 0.72 0.25 | 107,107,107,107 0
56 MG DA | 3044 1/1 0.72 0.24 | 105,105,105,105 0
56 MG AA | 1622 1/1 0.72 0.19 | 107,107,107,107 0
56 MG BA | 3126 1/1 0.72 0.15 | 110,110,110,110 0
56 MG DA | 3155 1/1 0.72 0.34 | 115,115,115,115 0
56 MG CA | 1645 1/1 0.73 0.23 96,96,96,96 0
56 MG DA | 3115 1/1 0.73 0.15 95,95,95,95 0
56 MG AA ] 1602 1/1 0.73 0.16 | 106,106,106,106 0
56 MG BA | 3033 1/1 0.73 0.26 98,98,98,98 0
56 MG AA | 1616 1/1 0.73 0.26 | 113,113,113,113 0
56 MG BA | 3040 1/1 0.73 0.15 | 112,112,112,112 0
56 MG BA | 3025 1/1 0.73 0.24 | 103,103,103,103 0
56 MG DA | 3182 1/1 0.73 0.37 96,96,96,96 0
56 MG CA | 1655 1/1 0.73 0.20 | 117,117,117,117 0
56 MG BA | 3124 1/1 0.73 0.11 | 114,114,114,114 0
56 MG BA | 3065 1/1 0.73 0.19 | 101,101,101,101 0
56 MG BA | 3050 1/1 0.73 0.28 | 101,101,101,101 0
56 MG DA | 3072 1/1 0.73 0.23 93,93,93,93 0
56 MG BA | 3155 1/1 0.73 0.48 | 114,114,114,114 0
56 MG DA | 3113 1/1 0.74 0.18 | 106,106,106,106 0
56 MG CA | 1626 1/1 0.74 0.18 99,99,99,99 0
56 MG AA | 1638 1/1 0.74 0.28 | 104,104,104,104 0
56 MG BA | 3156 1/1 0.75 0.17 | 106,106,106,106 0
56 MG BA | 3083 1/1 0.75 0.17 | 110,110,110,110 0
56 MG CA | 1650 1/1 0.75 0.32 | 102,102,102,102 0
56 MG BA | 3021 1/1 0.75 0.12 | 108,108,108,108 0
56 MG DA | 3139 1/1 0.75 0.26 70T 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DA | 3039 1/1 0.75 0.17 | 117,117,117,117 0
56 MG DA | 3103 1/1 0.75 0.19 81,81,81,81 0
56 MG DA | 3004 1/1 0.75 0.16 99,99,99,99 0
56 MG BA | 3153 1/1 0.75 0.25 | 112,112,112,112 0
56 MG DA | 3109 1/1 0.75 0.16 | 102,102,102,102 0
56 MG DB 201 1/1 0.75 0.13 | 113,113,113,113 0
56 MG CA | 1661 1/1 0.75 0.26 | 101,101,101,101 0
56 MG CA | 1664 1/1 0.75 0.14 | 112,112,112,112 0
56 MG BA | 3138 1/1 0.75 0.25 88,88,88,88 0
56 MG DA | 3092 1/1 0.76 0.16 95,95,95,95 0
56 MG DA | 3164 1/1 0.76 0.33 94,94,94,94 0
56 MG AA | 1652 1/1 0.76 0.21 | 101,101,101,101 0
56 MG DA | 3003 1/1 0.76 0.13 | 105,105,105,105 0
56 MG DA | 3098 1/1 0.76 0.14 99,99,99,99 0
56 MG BA | 3011 1/1 0.76 0.20 81,81,81,81 0
56 MG DA | 3177 1/1 0.76 0.40 96,96,96,96 0
56 MG BA | 3118 1/1 0.76 0.23 | 109,109,109,109 0
56 MG AA | 1642 1/1 0.76 0.20 94,94,94,94 0
56 MG CA | 1654 1/1 0.76 0.17 | 116,116,116,116 0
56 MG BA | 3143 1/1 0.76 0.15 | 103,103,103,103 0
56 MG BA | 3082 1/1 0.76 0.25 | 126,126,126,126 0
56 MG DA | 3059 1/1 0.76 0.19 92,92,92,92 0
56 MG BA | 3135 1/1 0.76 0.44 74,74,74,74 0
56 MG DA | 3157 1/1 0.76 0.22 96,96,96,96 0
56 MG DA | 3090 1/1 0.76 0.19 | 107,107,107,107 0
56 MG DA | 3040 1/1 0.77 0.13 91,91,91,91 0
56 MG DA | 3156 1/1 0.77 0.32 | 101,101,101,101 0
56 MG CA | 1663 1/1 0.77 0.31 82,82,82,82 0
56 MG DA | 3022 1/1 0.77 0.19 81,81,81,81 0
56 MG BA | 3095 1/1 0.77 0.16 | 107,107,107,107 0
56 MG BA | 3145 1/1 0.77 0.22 99,99,99,99 0
56 MG CA | 1625 1/1 0.77 0.15 | 107,107,107,107 0
56 MG BA | 3047 1/1 0.77 0.17 | 103,103,103,103 0
56 MG DA | 3082 1/1 0.77 0.16 92,92,92,92 0
56 MG AA | 1645 1/1 0.77 0.12 93,93,93,93 0
57 | NMY | BA | 3164 | 42/42 0.77 0.15 | 90,100,104,105 42
56 MG DA | 3060 1/1 0.78 0.22 89,89,89,89 0
56 MG DA | 3123 1/1 0.78 0.13 | 102,102,102,102 0
56 MG BA | 3072 1/1 0.78 0.17 | 103,103,103,103 0
56 MG DA | 3180 1/1 0.78 0.19 93,93,93,93 0
56 MG DA | 3101 1/1 0.78 0.20 86,86,86,86 0
56 MG DA | 3064 1/1 0.78 0.17 95,95,95,95 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3151 1/1 0.78 0.33 92,92,92,92 0
56 MG CA | 1646 1/1 0.78 0.32 95,95,95,95 0
56 MG BA | 3158 1/1 0.78 0.14 | 106,106,106,106 0
56 MG BA | 3097 1/1 0.78 0.39 | 111,111,111,111 0
56 MG DA | 3171 1/1 0.78 0.27 | 108,108,108,108 0
56 MG DL 201 1/1 0.78 0.64 | 110,110,110,110 0
56 MG AA | 1621 1/1 0.78 0.19 | 116,116,116,116 0
56 MG BA | 3100 1/1 0.78 0.20 | 107,107,107,107 0
57 | NMY | DA | 3187 | 42/42 0.78 0.11 | 106,109,112,114 42
56 MG BA | 3149 1/1 0.79 0.31 85,85,85,85 0
56 MG DA | 3085 1/1 0.79 0.27 | 108,108,108,108 0
56 MG BA | 3061 1/1 0.79 0.14 85,85,85,85 0
56 MG DA | 3053 1/1 0.79 0.14 93,93,93,93 0
56 MG DA | 3075 1/1 0.79 0.18 | 106,106,106,106 0
56 MG BA | 3120 1/1 0.79 0.27 94,94,94,94 0
56 MG AA | 1601 1/1 0.79 0.20 | 132,132,132,132 0
56 MG BA | 3060 1/1 0.79 0.21 | 106,106,106,106 0
56 MG BA | 3085 1/1 0.79 0.11 95,95,95,95 0
56 MG BA | 3147 1/1 0.79 0.36 95,95,95,95 0
57 | NMY | BA | 3167 | 42/42 0.79 0.15 | 117,120,124,125 42
56 MG BA | 3115 1/1 0.79 0.16 | 105,105,105,105 0
56 MG BA | 3108 1/1 0.80 0.14 99,99,99,99 0
56 MG DA | 3071 1/1 0.80 0.14 97,97,97,97 0
56 MG DA | 3145 1/1 0.80 0.31 91,91,91,91 0
56 MG CA | 1648 1/1 0.80 0.25 | 103,103,103,103 0
56 MG DA | 3170 1/1 0.80 0.21 94,94,94,94 0
56 MG BA | 3074 1/1 0.80 0.15 | 115,115,115,115 0
56 MG DB 203 1/1 0.80 0.16 | 100,100,100,100 0
56 MG BA | 3088 1/1 0.80 0.15 | 101,101,101,101 0
56 MG DA | 3125 1/1 0.80 0.15 | 113,113,113,113 0
56 MG AA | 1651 1/1 0.80 0.06 | 119,119,119,119 0
56 MG DA | 3006 1/1 0.80 0.12 92,92,92,92 0
56 MG DA | 3107 1/1 0.80 0.25 98,98,98,98 0
56 MG AA | 1603 1/1 0.80 0.13 | 117,117,117,117 0
56 MG DA | 3094 1/1 0.81 0.17 87,87,87,87 0
56 MG DA | 3120 1/1 0.81 0.19 98,98,98,98 0
56 MG BA | 3104 1/1 0.81 0.31 | 106,106,106,106 0
56 MG BA | 3119 1/1 0.81 0.10 | 106,106,106,106 0
56 MG DA | 3021 1/1 0.81 0.24 | 108,108,108,108 0
56 MG AA ] 1615 1/1 0.81 0.10 | 112,112,112,112 0
56 MG BA | 3051 1/1 0.81 0.14 | 106,106,106,106 0
56 MG BA | 3154 1/1 0.81 0.31 97,97,97,97 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 | NMY | DA | 3184 | 42/42 0.81 0.15 57,71,80,89 42
56 MG DA | 3138 1/1 0.81 0.37 81,81,81,81 0
58 ZN D4 101 1/1 0.81 0.49 | 162,162,162,162 0
56 MG BA | 3003 1/1 0.82 0.14 | 115,115,115,115 0
56 MG DA | 3035 1/1 0.82 0.15 94,94,94,94 0
56 MG BA | 3098 1/1 0.82 0.17 | 100,100,100,100 0
56 MG CA | 1606 1/1 0.82 0.11 99,99,99,99 0
56 MG DA | 3009 1/1 0.82 0.21 | 102,102,102,102 0
56 MG DA | 3159 1/1 0.82 0.24 90,90,90,90 0
56 MG AA | 1647 1/1 0.82 0.16 | 109,109,109,109 0
56 MG DA | 3045 1/1 0.82 0.11 95,95,95,95 0
56 MG BA | 3127 1/1 0.82 0.18 95,95,95,95 0
56 MG DA | 3165 1/1 0.82 0.22 78,78,78,78 0
56 MG BA | 3129 1/1 0.82 0.28 | 107,107,107,107 0
56 MG CA | 1615 1/1 0.82 0.13 | 112,112,112,112 0
56 MG BA | 3170 1/1 0.82 0.49 88,88,88,88 0
57 | NMY | BA | 3165 | 42/42 0.82 0.18 79,84,87,90 42
56 MG CA | 1618 1/1 0.82 0.15 83,83,83,83 0
56 MG BA | 3063 1/1 0.82 0.20 | 106,106,106,106 0
56 MG AA | 1643 1/1 0.82 0.11 | 110,110,110,110 0
56 MG BA | 3114 1/1 0.82 0.18 | 120,120,120,120 0
56 MG BA | 3137 1/1 0.83 0.23 82,82,82,82 0
56 MG DA | 3147 1/1 0.83 0.42 | 107,107,107,107 0
56 MG BA | 3121 1/1 0.83 0.23 | 110,110,110,110 0
56 MG BA | 3056 1/1 0.83 0.12 99,99,99,99 0
56 MG DA | 3073 1/1 0.83 0.18 99,99,99,99 0
56 MG DA | 3181 1/1 0.83 0.44 70T 0
56 MG BA | 3116 1/1 0.83 0.13 99,99,99,99 0
56 MG CA | 1666 1/1 0.83 0.18 | 112,112,112,112 0
56 MG DA | 3127 1/1 0.83 0.12 70T 0
56 MG DA | 3193 1/1 0.83 0.33 95,95,95,95 0
56 MG AA | 1644 1/1 0.83 0.18 | 106,106,106,106 0
56 MG BA | 3133 1/1 0.83 0.15 | 106,106,106,106 0
56 MG BB 201 1/1 0.83 0.11 | 137,137,137,137 0
56 MG DA | 3135 1/1 0.83 0.18 71,71,71,71 0
56 MG DA | 3136 1/1 0.83 0.28 74,74,74,74 0
56 MG CA | 1613 1/1 0.83 0.10 | 103,103,103,103 0
56 MG DA | 3167 1/1 0.83 0.22 84,84,84,84 0
57 | NMY | AA | 1656 | 42/42 0.83 0.16 | 94,99,103,104 42
57 | NMY | BA | 3162 | 42/42 0.83 0.15 65,79,86,93 42
56 MG DA | 3168 1/1 0.83 0.15 89,89,89,89 0
56 MG CA | 1630 1/1 0.83 0.11 | 118,118,118,118 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3055 1/1 0.83 0.13 | 101,101,101,101 0
56 MG BA | 3076 1/1 0.83 0.17 | 120,120,120,120 0
56 MG DA | 3008 1/1 0.83 0.15 88,88,88,88 0
56 MG DA | 3173 1/1 0.83 0.17 90,90,90,90 0
56 MG DA | 3163 1/1 0.84 0.18 99,99,99,99 0
56 MG DA | 3048 1/1 0.84 0.14 96,96,96,96 0
56 MG DA | 3118 1/1 0.84 0.16 88,88,88,88 0
56 MG DA | 3119 1/1 0.84 0.14 82,82,82,82 0
56 MG CA | 1641 1/1 0.84 0.13 85,85,85,85 0
56 MG DA | 3121 1/1 0.84 0.18 86,86,86,86 0
56 MG BA | 3052 1/1 0.84 0.15 97,97,97,97 0
56 MG DA | 3020 1/1 0.84 0.16 93,93,93,93 0
56 MG DA | 3012 1/1 0.84 0.17 83,83,83,83 0
56 MG DA | 3069 1/1 0.84 0.16 81,81,81,81 0
56 MG CA | 1658 1/1 0.84 0.10 | 115,115,115,115 0
57 | NMY | DA | 3190 | 42/42 0.84 0.25 57,66,70,74 42
56 MG DA | 3175 1/1 0.84 0.31 75,75,75,75 0
56 MG DA | 3031 1/1 0.85 0.13 | 108,108,108,108 0
56 MG BA | 3112 1/1 0.85 0.19 | 101,101,101,101 0
56 MG DA | 3122 1/1 0.85 0.12 97,97,97,97 0
56 MG CA | 1671 1/1 0.85 0.23 96,96,96,96 0
56 MG BA | 3005 1/1 0.85 0.14 | 106,106,106,106 0
56 MG DA | 3104 1/1 0.85 0.13 81,81,81,81 0
56 MG BA | 3057 1/1 0.85 0.12 98,98,98,98 0
56 MG CA | 1621 1/1 0.85 0.14 | 111,111,111,111 0
56 MG BA | 3045 1/1 0.85 0.15 | 118,118,118,118 0
57 | NMY | BA | 3161 | 42/42 0.85 0.17 61,70,77,82 42
56 MG BA | 3139 1/1 0.85 0.32 83,83,83,83 0
57 | NMY | BA | 3163 | 42/42 0.85 0.19 | 89,98,100,101 42
56 MG DA | 3051 1/1 0.85 0.16 86,86,86,86 0
56 MG BA | 3109 1/1 0.85 0.21 | 106,106,106,106 0
56 MG BA | 3043 1/1 0.85 0.10 | 108,108,108,108 0
56 MG BQ 201 1/1 0.85 0.30 93,93,93,93 0
56 MG DA | 3141 1/1 0.85 0.45 73,73,73,73 0
56 MG DA | 3029 1/1 0.85 0.21 84,84,84,84 0
56 MG DA | 3166 1/1 0.85 0.34 87,87,87,87 0
56 MG BA | 3001 1/1 0.86 0.13 99,99,99,99 0
56 MG DA | 3016 1/1 0.86 0.13 | 103,103,103,103 0
56 MG DA | 3160 1/1 0.86 0.33 92,92,92,92 0
56 MG CA | 1635 1/1 0.86 0.13 | 113,113,113,113 0
57 | NMY | BA | 3166 | 42/42 0.86 0.16 68,77,83,90 42
56 MG DA | 3066 1/1 0.86 0.11 90,90,90,90 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG CA | 1612 1/1 0.86 0.19 | 116,116,116,116 0
56 MG CA | 1669 1/1 0.86 0.29 | 107,107,107,107 0
56 MG BA | 3086 1/1 0.86 0.08 | 109,109,109,109 0
58 ZN B4 101 1/1 0.86 0.18 | 186,186,186,186 0
56 MG DA | 3034 1/1 0.86 0.13 84,84,84,84 0
56 MG DA | 3093 1/1 0.87 0.22 | 105,105,105,105 0
56 MG BA | 3101 1/1 0.87 0.24 | 102,102,102,102 0
56 MG AA | 1624 1/1 0.87 0.17 | 110,110,110,110 0
56 MG DA | 3014 1/1 0.87 0.14 90,90,90,90 0
56 MG DA | 3056 1/1 0.87 0.11 86,86,86,86 0
56 MG BA | 3103 1/1 0.87 0.43 | 105,105,105,105 0
57 | NMY | AA | 1655 | 42/42 0.87 0.10 61,73,90,121 0
56 MG BA | 3089 1/1 0.87 0.10 | 109,109,109,109 0
56 MG DA | 3153 1/1 0.87 0.12 95,95,95,95 0
56 MG BA | 3008 1/1 0.87 0.22 | 107,107,107,107 0
56 MG BA | 3106 1/1 0.87 0.17 | 100,100,100,100 0
56 MG DA | 3062 1/1 0.87 0.13 76,76,76,76 0
56 MG BA | 3146 1/1 0.87 0.23 98,98,98,98 0
56 MG DA | 3106 1/1 0.87 0.19 | 100,100,100,100 0
56 MG BA | 3038 1/1 0.87 0.15 | 104,104,104,104 0
56 MG CA | 1614 1/1 0.87 0.10 | 120,120,120,120 0
56 MG DA | 3067 1/1 0.87 0.19 | 120,120,120,120 0
57 | NMY | DA | 3189 | 42/42 0.87 0.14 55,63,70,72 42
56 MG DA | 3088 1/1 0.87 0.11 | 115,115,115,115 0
56 MG AA | 1637 1/1 0.87 0.18 | 103,103,103,103 0
56 MG CA | 1616 1/1 0.87 0.10 98,98,98,98 0
56 MG BA | 3017 1/1 0.88 0.10 | 107,107,107,107 0
56 MG CA | 1620 1/1 0.88 0.17 | 118,118,118,118 0
56 MG DA | 3154 1/1 0.88 0.38 86,86,86,86 0
56 MG DA | 3024 1/1 0.88 0.13 73,73,73,73 0
56 MG DA | 3140 1/1 0.88 0.17 98,98,98,98 0
56 MG AA | 1632 1/1 0.88 0.15 | 114,114,114,114 0
56 MG BA | 3113 1/1 0.88 0.15 | 121,121,121,121 0
56 MG BA | 3031 1/1 0.88 0.11 87,87,87,87 0
56 MG BA | 3134 1/1 0.88 0.20 | 109,109,109,109 0
57 | NMY | DA | 3185 | 42/42 0.88 0.12 46,58,63,67 42
56 MG DA | 3116 1/1 0.88 0.13 | 107,107,107,107 0
56 MG DA | 3117 1/1 0.88 0.12 93,93,93,93 0
56 MG BA | 3169 1/1 0.88 0.13 | 101,101,101,101 0
56 MG DA | 3178 1/1 0.88 0.18 88,88,88,88 0
56 MG DA | 3070 1/1 0.88 0.11 56,56,56,56 0
56 MG DA | 3046 1/1 0.89 0.09 86,86,86,86 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3029 1/1 0.89 0.10 99,99,99,99 0
56 MG DA | 3049 1/1 0.89 0.18 97,97,97,97 0
56 MG CA | 1622 1/1 0.89 0.18 | 108,108,108,108 0
56 MG BA | 3140 1/1 0.89 0.13 | 101,101,101,101 0
56 MG DA | 3017 1/1 0.89 0.12 76,76,76,76 0
56 MG DA | 3007 1/1 0.89 0.09 | 103,103,103,103 0
56 MG BA | 3006 1/1 0.89 0.09 | 101,101,101,101 0
56 MG DA | 3036 1/1 0.89 0.24 90,90,90,90 0
56 MG BA | 3041 1/1 0.89 0.12 96,96,96,96 0
56 MG DA | 3112 1/1 0.89 0.18 | 108,108,108,108 0
57 | NMY | DA | 3186 | 42/42 0.89 0.12 53,58,64,71 42
56 MG DA | 3010 1/1 0.89 0.18 | 106,106,106,106 0
56 MG DA | 3096 1/1 0.89 0.11 75,75,75,75 0
56 MG BA | 3049 1/1 0.89 0.14 88,88,88,88 0
56 MG CA | 1611 1/1 0.89 0.10 | 110,110,110,110 0
56 MG BA | 3020 1/1 0.89 0.15 95,95,95,95 0
56 MG AA | 1618 1/1 0.90 0.14 96,96,96,96 0
56 MG BA | 3132 1/1 0.90 0.10 96,96,96,96 0
56 MG DA | 3050 1/1 0.90 0.14 86,86,86,86 0
56 MG AA | 1619 1/1 0.90 0.10 95,95,95,95 0
56 MG DA | 3041 1/1 0.90 0.10 81,81,81,81 0
56 MG AA | 1604 1/1 0.90 0.07 | 102,102,102,102 0
56 MG BB 203 1/1 0.90 0.07 | 107,107,107,107 0
56 MG CA | 1640 1/1 0.90 0.24 | 114,114,114,114 0
56 MG DA | 3158 1/1 0.90 0.22 91,91,91,91 0
56 MG BA | 3039 1/1 0.90 0.08 96,96,96,96 0
56 MG DA | 3043 1/1 0.91 0.09 90,90,90,90 0
56 MG BA | 3064 1/1 0.91 0.12 96,96,96,96 0
56 MG BA | 3004 1/1 0.91 0.13 | 120,120,120,120 0
56 MG CA | 1610 1/1 0.91 0.17 | 102,102,102,102 0
56 MG AA | 1606 1/1 0.91 0.19 | 111,111,111,111 0
56 MG BA | 3067 1/1 0.91 0.09 89,89,89,89 0
56 MG DA | 3032 1/1 0.91 0.23 97,97,97,97 0
56 MG AA ] 1609 1/1 0.91 0.17 | 111,111,111,111 0
56 MG DA | 3143 1/1 0.91 0.59 79,79,79,79 0
56 MG BA | 3117 1/1 0.91 0.10 89,89,89.,89 0
56 MG BA | 3091 1/1 0.91 0.19 | 115,115,115,115 0
57 | NMY | CA | 1672 | 42/42 0.91 0.15 54,65,74,77 42
56 MG DA | 3124 1/1 0.91 0.09 78,78,78,78 0
56 MG CA | 1639 1/1 0.91 0.10 94,94,94,94 0
56 MG BA | 3024 1/1 0.91 0.25 | 114,114,114,114 0
56 MG BA | 3093 1/1 0.91 0.26 | 109,109,109,109 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 | NMY | DA | 3188 | 42/42 0.91 0.11 45,60,66,70 42
56 MG DA | 3074 1/1 0.91 0.10 95,95,95,95 0
56 MG DA | 3132 1/1 0.91 0.10 96,96,96,96 0
56 MG BA | 3111 1/1 0.91 0.10 98,98,98,98 0
56 MG DE 301 1/1 0.91 0.08 | 100,100,100,100 0
56 MG BA | 3034 1/1 0.92 0.09 88,88,88,88 0
56 MG DA | 3038 1/1 0.92 0.13 81,81,81,81 0
57 | NMY | AA | 1657 | 42/42 0.92 0.34 81,84,88,90 42
56 MG DA | 3078 1/1 0.92 0.09 84,84,84,84 0
56 MG BA | 3128 1/1 0.92 0.08 94,94,94,94 0
56 MG BA | 3073 1/1 0.92 0.10 | 101,101,101,101 0
56 MG DA | 3144 1/1 0.92 0.11 | 108,108,108,108 0
56 MG DA | 3110 1/1 0.92 0.15 93,93,93,93 0
56 MG DA | 3030 1/1 0.92 0.10 76,76,76,76 0
56 MG DA | 3128 1/1 0.92 0.15 92,92,92,92 0
56 MG AA ] 1605 1/1 0.93 0.14 | 121,121,121,121 0
56 MG DA | 3047 1/1 0.93 0.09 76,76,76,76 0
56 MG AA | 1612 1/1 0.93 0.10 | 107,107,107,107 0
56 MG BA | 3035 1/1 0.93 0.11 94,94,94,94 0
56 MG DA | 3130 1/1 0.93 0.15 96,96,96,96 0
56 MG DA | 3191 1/1 0.93 0.09 80,80,80,80 0
56 MG DA | 3037 1/1 0.93 0.10 72,72,72,72 0
56 MG DA | 3114 1/1 0.93 0.08 70T 0
56 MG DA | 3099 1/1 0.93 0.08 90,90,90,90 0
56 MG BA | 3016 1/1 0.93 0.09 83,83,83,83 0
56 MG DA | 3005 1/1 0.93 0.07 88,88,88,88 0
56 MG CA | 1619 1/1 0.93 0.08 93,93,93,93 0
56 MG DA | 3054 1/1 0.93 0.14 93,93,93,93 0
56 MG BA | 3068 1/1 0.93 0.11 | 126,126,126,126 0
56 MG BA | 3150 1/1 0.93 0.22 95,95,95,95 0
56 MG CA | 1605 1/1 0.93 0.09 97,97,97,97 0
56 MG BA | 3048 1/1 0.93 0.06 93,93,93,93 0
56 MG DA | 3033 1/1 0.93 0.08 91,91,91,91 0
56 MG BA | 3010 1/1 0.94 0.08 85,85,85,85 0
56 MG DA | 3019 1/1 0.94 0.13 78,78,78,78 0
56 MG BA | 3036 1/1 0.94 0.07 95,95,95,95 0
56 MG DA | 3148 1/1 0.94 0.14 60,60,60,60 0
56 MG CA | 1662 1/1 0.94 0.11 | 114,114,114,114 0
56 MG DA | 3058 1/1 0.94 0.18 96,96,96,96 0
56 MG AA | 1635 1/1 0.94 0.17 | 105,105,105,105 0
56 MG AA | 1607 1/1 0.95 0.14 | 116,116,116,116 0
56 MG CA | 1642 1/1 0.95 0.16 | 106,106,106,106 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DA | 3080 1/1 0.95 0.18 | 100,100,100,100
56 MG DA | 3133 1/1 0.95 0.13 | 100,100,100,100
56 MG BA | 3084 1/1 0.95 0.07 95,95,95,95
56 MG BA | 3002 1/1 0.96 0.07 89,89,89,89
56 MG DA | 3001 1/1 0.96 0.06 91,91,91,91
56 MG DA | 3126 1/1 0.96 0.07 60,60,60,60
56 MG DA | 3002 1/1 0.96 0.07 86,86,86,86
56 | MG | DA |3001| 1/1 0.96 | 0.10 | 104,104,104,104
56 MG AA 1620 1/1 0.96 0.14 | 118,118,118,118
56 MG DA | 3086 1/1 0.96 0.06 97,97,97,97
56 MG BA | 3028 1/1 0.97 0.19 89,89,89,89
56 MG BA | 3094 1/1 0.97 0.13 92,92,92,92
56 MG DA | 3027 1/1 0.98 0.05 79,79,79,79
56 MG DA | 3063 1/1 0.98 0.05 69,69,69,69
56 MG AA 1613 1/1 0.98 0.13 | 115,115,115,115
56 MG CA | 1604 1/1 0.98 0.05 86,86,86,86
56 MG BA | 3042 1/1 0.98 0.05 97,97,97,97
56 MG BA | 3046 1/1 0.98 0.07 | 109,109,109,109
56 MG AA | 1611 1/1 0.98 0.03 | 104,104,104,104
56 MG BA | 3080 1/1 0.98 0.05 73,73,73,73
56 MG DA | 3089 1/1 0.99 0.07 97,97,97,97

OO OO OO OO OO OO0 OO OO

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 NMY BA 3164:

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 NMY DA 3187:

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 NMY BA 3167:

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 NMY DA 3184:

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 NMY BA 3165:

DF, (at 0.7 rmsd) in gray

mF,-DF. (at 3 rmsd
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Electron density around NMY BA 3162:

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 NMY DA 3190:

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 NMY BA 3161:
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Electron density around NMY BA 3166:

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 NMY AA 1655:

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 NMY DA 3189:

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 NMY DA 3185:

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 NMY DA 3186:

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

Electron density around NMY CA 1672:

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




Page 119 wwPDB X-ray Structure Validation Summary Report 4V9C

Electron density around NMY DA 3188:

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 NMY AA 1657:

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.
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