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

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

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

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

MolProbity : 4.02b-467
Mogul : 1.8.5 (274361), CSD asb41be (2020)

Xtriage (Phenix) : 1.13
EDS : 2.35.1
buster-report : 1.1.7 (2018)
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.35.1
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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 3.48 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 | W 0.270

Clashscore | . 29

Ramachandran outliers I (2.9%
Sidechain outliers 0 I 14.5%
RSRZ outliers NN N 5.6%

RNA backbone NN 0 I 051

Worse Better

I Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution

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

Riree 130704 1379 (3.56-3.40)

Clashscore 141614 1461 (3.56-3.40)

Ramachandran outliers 138981 1424 (3.56-3.40)

Sidechain outliers 138945 1425 (3.56-3.40)

RSRZ outliers 127900 1289 (3.56-3.40)

RNA backbone 3102 1054 (4.00-2.96)

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 QA 1522 = 52% 36% 9%
2%
1 XA 1522 = 51% 36% 10% =
2 QB 256 ni* 59% 16% - 7%
2 XB 256 7_A1? 59% 16% - 7%

Continued on next page...
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Mol | Chain | Length Quality of chain
5%
3 QC 239 23% 53% 9% 14%
%
3 XC 239 23% 53% 9% 14%
%
4 QD 209 25% 59% 13%
3%
4 XD 209 - 27% 60% 11%
3%
5 QE 162 = 29% 52% 12% 1%
3%
5 XE 162 - 30% 52% 2% 7%
%
6 QF 101 25% 59% 15%
3%
6 XF 101 23% 60% 16%
10%
7 QG 156 28% 62% 10%
8%
7 XG 156 29% 60% 10%
%
8 QH 138 28% 59% 12%
8 XH 138 27% 60% 12%
13%
| S
9 QI 128 21% 64% 13%
5%
_
9 XI 128 20% 66% 13%
32%
e — me
10 QJ 105 18% 63% 12% - 6%
12%
10 XJ 105 e 65% 12% - 6%
7%
11 QK 129 — 33% 49% 9% - 8%
5%
11 XK 129 - 32% 49% 11% - 8%
5%
12 QL 132 30% 48% 14% - 5%
2%
12 XL 132 30% 49% 14% = 5%
12%
| . -
13 QM 126 21% 52% 21% ..
5%
_ -
13 XM 126 21% 52% 21% ..
15%
14 QN 61 T 59% 15% 8%
5%
14 XN 61 e 61% 18% 7
6%
15 QO 89 — 33% 55% 11%

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

Mol | Chain | Length Quality of chain
3%
-
15 XO &9 30% 57% 11%
3%
16 QP 88 18% 60% 15% - 5%
%
16 XP 88 19% 59% 15% . 5%
3%
17 QQ 105 36% 48% 11% 5%
%
=
17 XQ 105 35% 49% 11% 5%
5%
_
18 QR 88 24% 43% 11% 20%
%
—
18 XR 88 22% 45% 11% 20%
18%
..
19 QS 93 25% 40% 23% 10%
3%
19 XS 93 25% 39% 23% 10%
7%
_
20 QT 106 24% 50% 19% . 7%
7%
_
20 XT 106 25% 49% 19% . 1%
33%
T —
21 QU 27 26% 48% 19% 7%
15%
e
21 XU 27 30% 44% 19% 7%
5%
22 QV 7 30% 53% 16%
3%
[
22 XV 77 30% 53% 16%
2%
| ..
23 QY 17 24% 41% 24% 12%
2%
| ..
23 XY 17 24% 29% 35% 12%
8%
]
24 QX 25 8% . 12% 8% 68%
8%
]
24 XX 25 8% 12% 8% 68%
5%
25 RA 2916 54% 34% 10% .-
7%
- b
‘0 (] (o] oo
25 YA 2916 54% 34% 10%
%
]
26 RB 122 52% 32% 15% .
26 YB 122 63% 25% 10%
-
27 RD 276 31% 51% 14% =
%
I -
27 YD 276 30% 53% 14%  =.

Continued on next page...
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Mol | Chain | Length Quality of chain
28 RE 206 = 23% 48% 24% =%
%
28 YE 206 = 24% 46% 24% =4
3%
29 RF 210 : 35% 47% 13% ..
29 YF 210 35% 48% 12% =+
6% _
30 RG 182 21% 59% 16% -~
18%
30 YG 182 21% 16%
22%
31 RH 180 23% 44% 19% 8% 6%
31 YH 180 %T 43% 19% 8% 6%
32 RI 148 == 46% 41% 11%
32 Y1 148 = 43% 38% 17%
33 RN 140 %T 54% 26% -
33 YN 140 ‘OT 53% 26% -
34 RO 122 L 35% 54% 9% -
34 YO 122 34% 56% 9% -
35 RP 150 = 19% 51% 23% %
35 YP 150 = 19% 51% 23% %
36 RQ 141 = 31% 50% 16%
2%
36 YQ 141 a 31% 50% 16%
37 RR 118 L 32% 48% 17%
37 YR 118 35% 46% 17%
38 RS 112 %W 63% 19% .
3%
38 YS 112 ./T 62% 20% -
39 RT 146 = 21% 51% 19% 6%
39 YT 146 = 21% 51% 20% 6%
%
40 RU 118 : 34% 53% 11%

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

Mol | Chain | Length Quality of chain
3%
40 YU 118 - 30% 55% 13% .
3%
41 RV 101 - 27% 52% 21%
7%
41 YV 101 28% 51% 21%
%
42 RW 113 = 28% 50% 19% .
%
42 YW 113 . 29% 50% 19% .
%
43 RX 96 : 39% 43% 15% .
43 YX 96 38% 44% 15% .
18%
I
44 RY 110 17% 44% 28% 7%
7%
h
44 YY 110 19% 42% 28% 7%
10%
45 RZ 206 49% 31% 8% . 11%
5%
45 YZ 206 50% 31% % 11%
%
46 | RO 85 | & — V7% —
46 YO0 85 71% 22% —
7%
47 R1 98 30% 48% 18%
7%
47 Y1 98 30% 48% 18%
48 R2 72 22% 54% 18%
%
48 Y2 72 22% 54% 18%
10%
49 R3 60 32% 52% 15%
3%
49 Y3 60 - 32% 52% 13%
2%
—
50 R4 71 7% 42% 39% 11%
30%
—
50 Y4 71 6% 44% 39% 11%
18%
N,
51 R5 60 23% 47% 22% 7%
2%
| ..
51 Y5 60 22% 48% 22% 7%
1%
—
52 R6 54 7% 46% 31% 6% 9%
39%
—
52 Y6 54 7% 46% 31% 6% 9%

Continued on next page...
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Mol | Chain | Length Quality of chain
3%
53 R7 49 = 37% 55% 8%
2%
53 Y7 49 35% 57% 8%
5%
_ I
54 RS 65 22% 43% 28% 6% -
5%
h I
54 Y8 65 20% 45% 28% 6% -
22%
I
95 R9 37 46% 51%
11%
b} Y9 37 r— 59% 35% 5%
56 76 3 33% 33% 33%
56 78 3 67% 33%

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
57 MG QF 201 - - - X
57 MG RA | 3091 - - - X
o7 MG RA | 3139 - - - X
o7 MG RA | 3199 - - - X
o7 MG RA | 3221 - - - X
o7 MG RA | 3223 - - - X
57 MG RA | 3228 - - - X
57 MG XA | 1657 - - - X
57 MG XA | 1658 - - - X
57 MG XA 1673 - - - X
o7 MG YA 3085 - - - X
o7 MG YA 3122 - - - X
o7 MG YA | 3166 - - - X
57 MG YA | 3177 - - - X
57 MG YA | 3206 - - - X

$roe
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2 Entry composition (i)

There are 59 unique types of molecules in this entry. The entry contains 292002 atoms, of which
0 are hydrogens and 0 are deuteriums.

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

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O P
L QA 1500 32247 14353 5981 10414 1499 0 0 0

Total C N @) P
1 XA 1500 32249 14354 5984 10412 1499 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 WB A B 0 0 0
2| B A B R 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 QC 205 ?28351 1(?11 311]3 220 ? 0 0 0
s XC 205 r‘1F(éga51 1(?11 311]3 2(83() ? 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 QD 208 ??E)Zl 10C66 31§9 281 § 0 0 0
4 XD 208 ??E)Zl 10%6 31;]9 281 g 0 0 0

e Molecule 5 is a protein called 30S ribosomal protein S5.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o QE 151 1155 729 218 204 4 0 0 0
Total C N O S
o XE 151 1155 729 218 204 4 0 0 0
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 QF 101 843 531 155 154 3 0 0 0
Total C N O S
6 XF 101 843 531 155 154 3 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 QG 155 1257 781 252 218 6 0 0 0
Total C N O S
7 XG 155 1257 781 252 218 6 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 | QH 138 1116 705 215 193 3 0 0 0
Total C N O S
8 | XH 138 1116 705 215 193 3 0 0 0
e Molecule 9 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
O W 127 1010 639 197 174 0 X
Total C N O
) Xl 127 1010 639 197 174 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 QJ % 801 504 157 139 1 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

10 XJ 9 TSOOti%Ll 5%14 1127 1(?39 ? 0 0 0
e Molecule 11 is a protein called 30S ribosomal protein S11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 QK 119 1;30;51 55139 1128 125 § 0 0 0
1 XK 119 T80;§ 1 55119 11;5]8 1((?5 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2@k | e e e | 0 | 0|
IR T HEEEEE
e Molecule 13 is a protein called 30S ribosomal protein S13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 QM 121 gogj l 537 112\9]9 1(626 g 0 0 0
13 AM 121 gogj l 5(9]7 115\;9 1(6?6 g 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

ey | o e s a0 0 |0
e Molecule 15 is a protein called 30S ribosomal protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
151 Q0 i B ¥ ¥ ¥
15| X0 i B ¥ ¥ ¥
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e Molecule 16 is a protein called 30S ribosomal protein S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
16 QP 84 T70()t5a l 426 114\110 1(1)8 ? 0 0 0
LT HEEKEE

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o lea | w [T C SOl [
x| w [T O X O [ 0 [
e Molecule 18 is a protein called 30S ribosomal protein S18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o | m TN T 0 [ o [
s xk | e | 0|0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 QS 8 IESO;Z 1 4§0 11;]6 1(1)6 g 0 0 0
19 XS 84 1;50;2 1 4§0 11;16 1(1)6 g 0 0 0

e Molecule 20 is a protein called 30S ribosomal protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
20 QT 9 I;C)E;G; l 4(730 11(\3]2 1(2)9 g 0 0 0
20 X1 9 1;();?? l 4(730 11(\312 1(2)9 g 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
21 QU 25 217 134 52 31 0 0 0
Total C N O
21 XU 25 217 134 52 31 0 0 0
o Molecule 22 is a RNA chain called P-site tRNA fMet.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 Qv 77 1644 732 297 538 77 0 0 0
Total C N O P
22 XV 77 1644 732 297 538 77 0 0 0
e Molecule 23 is a RNA chain called messenger RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
23 QY 15 323 144 58 106 15 0 0 0
Total C N O P
23 XY 15 323 144 58 106 15 0 0 0
e Molecule 24 is a RNA chain called A-site ASL SufA6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
24 QX 8 173 77 33 55 8 0 0 0
Total C N O P
24 X 8 173 77 33 55 8 0 0 0
e Molecule 25 is a RNA chain called 23S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
25 RA 2882 62071 27627 11611 19952 2881 0 0 0
Total C N O P
25 YA 2883 62091 27636 11613 19960 2882 0 0 0
e Molecule 26 is a RNA chain called 5S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
26 | RB 120 2573 1146 476 832 119 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 P
26 YB 120 2573 1146 476 832 119 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
27 RD 272 2115 1335 420 357 3 0 0 0
Total C N O S
27 YD 272 2115 1335 420 357 3 0 0 0
e Molecule 28 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 RE 205 1568 991 300 271 6 0 0 0
Total C N O S
28 YE 205 1568 991 300 271 6 0 0 0
e Molecule 29 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 RF 202 1585 1011 297 275 2 0 0 0
Total C N O S
29 YF 202 1585 1011 297 275 2 0 0 0
e Molecule 30 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 | RG 181 1474 942 268 260 4 0 0 0
Total C N O S
30 | YG 181 1474 942 268 260 4 0 0 0
e Molecule 31 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 | RH 170 1307 829 245 232 1 0 0 0
Total C N O S
31| YH 170 1307 829 245 232 1 0 0 0
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e Molecule 32 is a protein called 50S ribosomal protein L9.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
32 Rl 146 ?ig?sl 726 21(\)11 2(38 ? 0 0 0
I A T T O L R .

e Molecule 33 is a protein called 50S ribosomal protein L13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
33 RN 138 ?igil 7?2 21(\)16 122 ZSL 0 0 0
33 YN 138 ?iz)il 7(112 21(\)16 122 ZSL 0 0 0

e Molecule 34 is a protein called 50S ribosomal protein L14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
w RO | s s | 0 | 0|
wvo |l s s 0 | 0 |0
e Molecule 35 is a protein called 50S ribosomal protein L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 RP 150 rf(ifla; 7(;2 21?\)12 1(9)8 § 0 0 0
35 YP 150 1;251? 7?2 21?\)12 1(9)8 § 0 0 0

e Molecule 36 is a protein called 50S ribosomal protein L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 RQ 141 111(1)?2l 7(135 211]2 128 ? 0 0 0
36 | YQ 141 Total = € = N O ? 0 0 0

1122 715 212 188

e Molecule 37 is a protein called 50S ribosomal protein L17.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
37 RR 118 968 604 203 160 1 0 0 0
Total C N O S
37 YR 118 968 604 203 160 1 0 0 0
e Molecule 38 is a protein called 50S ribosomal protein L18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
38 RS 11 882 556 176 150 0 0 0
Total C N O
38 Ys 11 882 556 176 150 0 0 0
e Molecule 39 is a protein called 50S ribosomal protein L19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 RT 137 1141 710 234 196 1 0 0 0
Total C N O S
39 YT 137 1141 710 234 196 1 0 0 0
e Molecule 40 is a protein called 50S ribosomal protein L20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 | RU 17 964 610 202 151 1 0 0 0
Total C N O S
40 | YU 117 964 610 202 151 1 0 0 0
e Molecule 41 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
| RV 101 779 501 142 135 1 0 0 0
Total C N O S
Yy 101 779 501 142 135 1 0 0 0
e Molecule 42 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
42 RW 13 900 566 177 155 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

42 Yw 113 T90()t((;L l 5%6 11;17 1(5)5 2 0 0 0
e Molecule 43 is a protein called 50S ribosomal protein L23.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
43 RX 92 T7O2t5a 1 4(711 11;)]1 123 0 0 0
43 Yx 92 T7()2t§ 1 4(711 11;)]1 1(2)3 0 0 0

e Molecule 44 is a protein called 50S ribosomal protein [.24.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 RY 102 T708t§L 1 5%]5 11;0 1(2)5 § 0 0 0
44 Yy 102 T;)St; 1 5%5 1?0 1(2)5 § 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
45 RZ 183 1112?11 9(?33 2120 2(35 2 0 0 0
45 Y7 183 112?11 9(333 216\3]0 2(6?5 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
6| RO 52 ‘Sl 01 18 108 1 0 0 0
461 Y0 52 ‘S 01 s 108 1 0 0 0

e Molecule 47 is a protein called 50S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
i Rl o7 T6 s 10 131 1 ¥ ¥ ¥
vl o7 T6 s 10 131 1 ¥ ¥ ¥
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e Molecule 48 is a protein called 50S ribosomal protein [.29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s R oo | s s a | 0 |9
48 Y2 69 TSOS?I 3?8 11118 1%)4 ? 0 0
e Molecule 49 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 | R3 59 o o . 0 0 0
19 | Y3 59 o o . 0 0 0
e Molecule 50 is a protein called 50S ribosomal protein L31.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o Rd & T50;f1 3%4 11518 184 2 0 0
o Y4 & T508tirCLl 354 11(\)18 1%)4 ? 0 0
e Molecule 51 is a protein called 50S ribosomal protein L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s R o | s s | 0|
| Y5 | | s s | 0 |
e Molecule 52 is a protein called 50S ribosomal protein L33.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 | ke | a9 | BT e 0 |0
2 | vo | a9 | BT e | 0 |0

e Molecule 53 is a protein called 50S ribosomal protein L34.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
53 R7 49 430 263 108 57 2 0 0 0
Total C N O S
53 Y7 49 430 263 108 57 2 0 0 0
e Molecule 54 is a protein called 50S ribosomal protein L35.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o4 RS 64 517 331 102 82 2 0 0 0
Total C N O S
o4 Y8 64 517 331 102 82 2 0 0 0
e Molecule 55 is a protein called 50S ribosomal protein L36.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
%5 R 37 307 188 68 47 4 0 0 0
Total C N O S
%5 Y9 37 307 188 68 47 4 0 0 0
e Molecule 56 is a RNA chain called tRNA acceptor end mimic.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
56 | 76 3 7440 13 19 2 0 0 0
Total C N O P
56 | 78 3 7440 13 19 2 0 0 0

e Molecule 57 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
57 | QA 65 ngal 1\645 0 0
57 | QF | Toltal N{g 0 0
57 | QH 1 Toltal N{g 0 0
57 | QM 1 Toltal N{g 0 0
57 | Qv | Toltal N{g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

57 | QX | Toltal N{g 0 0
Total Mg

57 | RA 241 ol ot 0 0

57 | RB 9 Total - Mg 0 0
2 2

57 | ®mD | Toltal N{g 0 0

57 | RE 9 Total - Mg 0 0
2 2

57 | RF | Toltal hgg 0 0

57 | RR 9 Total - Mg 0 0
2 2

57 | RO | Toltal hgg 0 0

57 | R5 | Toltal hgg 0 0
Total Mg

57 | XA 74 o 0 0
Total Mg

57 | YA 2683 268 o6 0 0

57 | YB 4 Total = Mg 0 0
4 4

57 | YE 1 Toltal N{g 0 0

57 | YP 9 Total = Mg 0 0
2 2

57 Y0 1 Toltal l\gg 0 0

57 Y5 1 Toltal l\gg 0 0

e Molecule 58 is PAROMOMYCIN (three-letter code: PAR) (formula: Co3Hy5N5014).
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PAR
Ho
[ )., o
Hov.".\.l,_/r... iy o
“ Nj-l-;:;_.;%»;\o,i
or
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
o8 QA 1 42 23 5 14 0
Total C N O
o8 XA 1 42 23 5 14 0

e Molecule 59 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
50 | QD | Toltal Zln 0 0
59 | QN 1 Toltal Zln 0 0
59 RO 1 Total Zn 0 0

1 1
59 | XD 1 Toltal Zln 0 0
59 XN 1 Total Zn 0 0

1 1
59 | Y9 1 Toltal Zln 0 0
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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.

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
e Molecule 1: 16S rRNA

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

3 Residue-property plots (i)
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e Molecule 9: 30S ribosomal protein S9
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e Molecule 10: 308 ribosomal protein S10
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e Molecule 11: 308 ribosomal protein S11
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e Molecule 12: 30S ribosomal protein S12
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e Molecule 13: 30S ribosomal protein S13
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e Molecule 14: 308 ribosomal protein S14
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e Molecule 17: 308 ribosomal protein S17
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e Molecule 17: 308 ribosomal protein S17
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e Molecule 18: 308 ribosomal protein S18
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e Molecule 18: 30S ribosomal protein S18
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e Molecule 19: 308 ribosomal protein S19
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e Molecule 19: 308 ribosomal protein S19
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e Molecule 20: 30S ribosomal protein S20

€8H

LLL

TLT

69H
89D

7%

.

19%

50%

24%

4%

¥9d

094

89
L84

SSI

€91
{4214

0Sd

L%D
ovd

R LDWIDE

v
€71

(U4
6%
8€Y
LES
9¢eT1
SEL
vex
€el

0gN

LeH

€y

O

erbDeBe

PROTEIN DATA BANK

W



4LSK

wwPDB X-ray Structure Validation Summary Report

Page 33

N o o £99 590
~ 093 = = [ | L
. A R 09n £99
8 W 65V X [ |
158 = 8gy S 090
9SH |osv 65V
o 9qT © ° 980 8gy
S e & 5 ssn |
— €91 — — I ssn
B2
| o7eE )
e 19D (&5
0sn 150
i
1
9% e i
90TV 9%9 e lin
5078 oY | e 9%H
® OTT ® 90TV oY -
I ° £HV < 4
@ (44 ™ £y
1019 I < [ | 0 [4%)
° o < & LY |
BN o < | een LeV
S 2 sev e
5 Y IE 1 = =
[\ [a\] [\
n n [9p] z€0 | gen
76V 189 %)
I A= A= A= o e
Lobp 6V ..w ,w 629 0gn
16T o [Teea. o sEn o s o 820 ) 629
| osd = o e 9Tx = e 9o Q [ | Q 820
684 (o 161 [oF o Sy [oF o st M ) M ]
88A — I — [ — wen §2o
- C . B =
98y = 881 = ° = (443} €20
szl O e O T2k o en L otev Z )
781 K 98y 2 Q o e ozn o | oTev
o o X o
e 3 eam & o ° 2 R e +~ = [ em + X 0zn
o
I = G SR o 2 1 > 1B e
P £8Y 9 aTy a1y = V.10 = 819
GG ) N [ees W HIM n PN n I n ¥.10
6.4 ) 183 o €11 2 = €11 D_u. D_u. I
8Ly ™ ] ™ ZTH ™ 98 [z BT
1LY S 8Ly - 119 - 119 & %- 2514 & e 19
9Ly S LI¥ oty oty © €10 R f2a1
k I 9Ly ™ o e Coe O | l L |
o] s LN ) - e sl o) N 8L o) = 8n ) o 8n
en  —= H [ =R a = P = = » wo = P »
2L 3 > o & S c 2 o 3 C e o |lmEmm 3 > 99
TLL < 2L < e sa < sa < I zLY < I 7.0
e o0 o g TLL ) A= i) ) A= D o A= Bn o A= Lew
| 69D M < 0.8 M < e M < e M < ) 0.9 M < €0 TLY
8931 = | = ) = [2) = I 690 = e o
L9V ° (@) L9V ° (@) T Y o 7 Y @) ° 89 ° @) 2 0L

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

e Molecule 23: messenger RNA



4LSK

wwPDB X-ray Structure Validation Summary Report

Page 34

12%

24%

41%

24%

© N~
oM M
o O

12%

Chain QY:

e Molecule 23: messenger RNA

¥€d

620

12%

35%

29%

24%

e Molecule 24: A-site ASL SufA6

12%

Chain XY:

LED

€en

T€D

o2}
N
=}

68%

8%

12%

.

8%
8%

Chain QX:

A-site ASL SufA6

e Molecule 24:

68%

8%

12%

8%
8%

Chain XX:

e Molecule 25: 23S rRNA

[
N~
o
(SR

10%

o
©
(&

34%

54%

5%

Chain RA: o

[T}
=)
o

© N~ 0o
~NNNS
vo<ov

N3 oo o
© © NN
=] o [=IE

e
©
<

SS8D

SED

L

€D
0€D

8cv
px4))

Sen

[44]
14/

T

L

81TV

912V
S12H
v12d
07120

802D
Loay

66TV
861D

96TV
STV
761D
2610
881D

S81N

181V

YETD

TETD

621D

X0.2D

A0LTD
no.Led
102D
S0.LZH
"0.L2H

d0.2D
L]

NOLZH
noLzn
10.20

roLed
10429

00.2D
do.Len

0.2V

692N

8920

%920
€920
(44§

15441

seen
%€C0

2ETD

0€2N

¥9€0
JE9EV

[4ci°0]

[474°0]

6EEN
8€ED

9€€D

€€ED

8zen

ey

[4434)

0zey
91€D
TrEey

oTey
60€D

L0€D

€oen
20€d

3
L

862D
L620

682V
8820

i

9.ty
S.2D

d€.2D

z0.Len

617D

4520

(4544
117D

60%0

(07708

L6€D
96€D

1

26€0

68€D

98€D

v8en

08eN

vLeY

TLEV

D E

O

R L DWI
PROTEIN DATA BANK

W



4LSK

wwPDB X-ray Structure Validation Summary Report

Page 35

€959

855D

955D
vSsn

T8SD

675D

LySY
® 9%3D

0%9D
6€9D

L
-

+

L

129D
02sd
613N

L1890

SISV

LOSY

S0SY

86%D
v6%D
£6%D
Ty

98%D

€87V
T8YY

6.LYV

L¥9D

® S¥90

EVoV
{440}

0%90
6E9N

S€9D
€90

TE9Y

929N

7290
€299

029D

L19D

+

ST9D
v1on
€190
219D

609V
809V

L

€09V

€659

985V

£89D

1830

6.9D

LSV
.50

TLSY
TLSV

995N
G950
%950

9TLD

cTLY

6T.LD

LTLD
[495)]
L0LD

90.LY
S0LY

20LD

0899
6.90
8190

SLoV
%,9D

999D

299D

099D
659D

avs9d
® V¥S9D
® ©S9V

2590
799D

2€8D
T€8D

8y
€289
zesn
128Y

7180
er8n
218D
T80

080

$S08D

o8y

161D
9610

T6.LD
T6LD
06.D
68LY
88LY
8.0

€8LY
T8LY

9L.LD

69.D
891D
9.0
YoLY

€38.D

0S.LY

0€LD
6C.LD

LTLy

¥ced
€260

Ll

¥160

016V

Loen

%060

868D
168D

L

£680

L

1,80

898N

S980
%989
£98Y
2989
T98Y

858N

98D

Ts8n

S¥8D
%80

€007D

0001V

8660
669D

S660
%660

1,960
9969
996D
%960
£960

196D
096V

8560
LS6Y
95669

%569

256D

v6d
176V

8€6D

€69

2E6D

8269

S¢60

@® 8901
@® L90TV
® 99070
@ S907n
®

@® €901
@® 901D
[
® 09070
[
® 8S0TD
® LSOtV
[
® SS0TD
°
°
[ ]

6%0TD

[44us)
17010

6€0TD

€e0TN
CTEOTV

0€0TD

9ETTD
SETTO

TE€TTD

6CTTY
8CTTV
L2TTY

meau
Nﬂmﬁu
LTTTD
9TT1D
STT1D
e ¥ITId
e €1TIn

TT11V

|

LOTTD
90TTH

%0110

2O0TTD

801V
€80TN

+

911D

602TD
80CTD

902TH

€021

10210

S6TTD

06TTD
6811V

L8TTD
98TTD
S8TTO
%8110

2811V

€LT1D

0LT1D
69T1D

(422 0]
19110

9GTTV

F

¥ST1D
€911
CST1D
13135
0STT1D
6711D

H

cviin
win
07110
6ETTD
8ETTH

z6TTn
16210

88CTN
1,821V
98CTV

6.2TD
8.CTV

vLTTV
€L
cLeTY
17X4 %]

69CTY
89CTV

9921H

%921

[474A )

L8210
9G82TD

[A1a%)

9ETTD

8¢CTH
L2ty

¥cerd

8T¥1D

T6€TN

98€TD
S8ETH

L

08ETH

L

CLETN
TLETD

89€TD

3

¥9€1D

6SETV
8GETH
LSETN
9GETH
SGETD
YSETV

L

CSETN

3

8YETD

CYETY

oveTn

LEETD
9EETV

+

62ETN

LCETD

TLYTY

TLYTY
0L%TD
6971V
89%1D

99%1D

19719

63571

SS71D
vsvin

Y6v71D

L

SY¥10

[4a44a%)

154745

9EVTD

TEVTIN

[4445]
114745
(74451
(3544

S6STD
¥6S1D
€6STD

T6STD

68STD
88STD

98STV
@® §8STD

89STD

99STV

6SSTD

L

6%STD

L%S1D

[415)

6ESTD

0€STD

SCSTD

+

70STD

TELTD

8CTLID

GTLTD

TOLTY

8691V

689TV
88910

81919
LLOTY
9L9TV

7L91D

F

8991V

L

89910
L9910

G991V
Y991V

TStV
15910

6%91D
8%91D
L¥91D

991D

8€9TD
LEITY
9€9TD

8T9TV
L1910
9191V
ST191D
Y191V

66STD

O

R LDWIDE
PROTEIN DATA BANK

W



4LSK

wwPDB X-ray Structure Validation Summary Report

Page 36

[44:35)

81810

918TD

71810

[45:34 4

€081V

T08TD

L6LTD
96,10
S6LTD
76.10

F

06LTD

L8LTY
98LTY

Y8LIV

Z8L1D

08LTV
6LLT0
8.L.10
LLLT0

€VLTD
evLID

0Z61D

8T6TV
€161V
906TD
S06TD

206TD

+

96819

681D
€681

16819
0681V

888TH

98810
S88TYV
881V
€88TD

T.8TY

9810

LG8TD

vS81v
€681V

15870
|

88TV

o LSy
|

6€8TD

LEBTO

SE8TD

6281V

L2810
928TH

610CY

ST0TY
v1ocv

21029

0T0ZD
60029

90020

%002H

86619

686TD
88610

€86T0

1861V

L

CTLETY
TLETY

6961V
89619
L961D

+

SS6T0
%5610
€G6TV
CS6TY

0G6TD

9v6TN

-

8E6TY

9E6TY

62619

LT6TY

%2610
€26TN

+

[ ]
€rren
@® CT12d

9072
S0TZD
¥0T2D
€0T2D
zoten

96020

+

5,020
v.,02n
€.02D

T.L0TV
0L02D

8902n

$9020
%9020

2902V
T902D
0902V
63902V

a4

Zvocy
Tv02n

8€02D
LEOTD

£eocy
[4:{4)

0€0ey
620CH

9202d
S202D

2eozn

9L1CY
S.120
v.L120
€LTCY

(N J
o
s~
—
o N
< <

9912
991D
(]

® 791D
® 19120
(]

® LS12D
®

G§§TCD
® ¥S12D
®

TS12D
08720

® 8%1Zd
® L¥1Zd

°
[ ]
(]
[ ]
@® 9€12D
®

® eIy

® 8212

[

® §21ed

® ©CITd

® €TIed
(44540

[ ]

0zT2d
® 6712V
o smrEn

L1T2Y

¥8¢Cd

e

1.TTD

€.LTey
cLzen
ﬁJmNo
wJMN<
8522
FJMND
€922
[4:1443)

OJMNU
9¥%Ted
sveen

[4444))
6€TTH

S€TTH
veeed
£eecen
zeeen
T€2TO

9¢TTd
seeey
vceed
6122

L1229
9122

€1een
(4344 4
122D
01229

802zn

6872n
88120

VSETD

cseTy
TS€ETH
0SG€TO

S0€TY

8622V

96220
622D
€622
26220

06229

88TTY

98TCY

072D

8€evTN

SEVTY
Yevev

[4%5%4 4

62%2H

14741

eeven

(4749
15740

91¥20
ST¥TH

(4574
TT%CV

¥0¥2d
£0%2D
20%2D

00%2D

L6€TD
96€TH

€6€TY
c6ETY
T6€TH

S8€TO

€8€TH
28ETH

8Leay
LLeTy
9.eay

+

69€TY

¥9eed

ToETY

I

0ESTY

LeSTd

L1820
|
¥1592n
€182D
]

L,0S82D

5062

+

€082V

86%20
L6¥TY

v6v2Cd
T6v2n
06%2D
68%2D

¥8¥%CH
£8%2D

LL%TO
9.L¥%TV
S.%20

L9%20
99%20

€9%20

89%¢D

95992

2Sved

TSV
0S¥TY

15474

92920
S29TH

€29TH

L1920

i

€1920

11920
0T92D
60920

9092D

86SCTV

%6520
£6520

06SCY

L8STY

9892N
¥832n

0852n
6.52D
8L52D

9.5TH

€.520
TLSTY

6952D

£€952n
952N

L

0952D

z¢ssen

¥¥S2d

TSV
0%520

9692N
S6920
¥692D
£69CV
26920

06920

8892N

28920

0892D

F

%.L92D
€L92D

19920

S99¢V

299V

6592D

SG92D

£€592n

Ly92n

8€9CD
Lg9zn
9€92N
SE9TO

£€9TH

T€9TH
0€9ZH
629CV

08.2D

€TLTD
ecLed

@® €682
o

168D

18820
9882D

2882V

08820

§.820

79820
€9820

75820
€56820

L¥82n
9%829

£¥82¢D

LESTD
9€82N

7€8CD

/43149
€282V
[44:14))

0z8eY

) ﬁMNU
T182H
0182V
6082V

(]
® .08ZH
®
®
®

O

R LDWIDE
PROTEIN DATA BANK

W



4LSK

10%

34%

54%

wwPDB X-ray Structure Validation Summary Report

23S rRNA

4%
-

e Molecule 25
Chain YA

Page 37

S0T0
7010

9.0

oL
TLY

90

e

€90

199

=t

67V

9¥%d

S€D

€0
€N

v1ed

07120

8020
L0V
902N

L

0ozn
66TV

96TV
S6TY

681D
881D

S810
810

181V

61TV
81TV

viin

9010

J1.L20
ar.ed

10.2D
S0.2D
H0.LZH

d0.2D

NOLZD
nolen
1020
%0420
£042D

HOLZD
D0L2D
40420

6920

%920
€920

LETD
9ETD

2514
€ETY

0€ZN

B
L
L

8cey
Leey

0zzd
612D
812V

912V

TLEV

79€0

J€9€ED
d€9€d
VEEY

€9€D

8gen
LSEY

[4cioh)
T9€D
0sen

cved
T7eD
ovey

€EED

cEEY
TEEV

662V

¥
+

1620

8820

§82D

® L.TD

d€LTD

TL2D

T8YY

9%¥D

447
evvY
(444

8CHV
Levn

+

STPY
7190

(4544
TT%D

6070

96€D

26€d

68€D

L8¢eN

1

£8€N

78€D
osen

8.LSV
LLSD
9150
S.LSY

TLSV

895N

9980
S99

y
3

699D
855D

955D
75sn

TS8SD
055D
675D

LSV

® 9%30

%90

LESD

S€S0
vesn
€€SD

62SY

€18V

609D

LOSY

SOSY

867D

68%D

L¥9D
oYV
S$%90

EVoV

0%90
6€9N
8€9D

9€9D

+

€90

TE9Y

829D

929N

S19D
v1on
€190
2199

609V
809V

G090
709D

804D

2T0LD

8690

2690
169D

1899
089D

SLOV
¥.,9D

899D

999D
mmoo
omwu
L3590
95999

A7S9V

L]
® 1S9

av3590

€59V

0590

20o8Y

T6LD
T6.LD
06.0

88LY
8.0

S8.LD

£8LY
8Ly

081D

9LLD

YLLY

TLLD

69.D

LY

TOLY

9G.D
SGLD

08y
6%.0

VLY
S¥.LD

€¥.LD
[425]
1575
ov.Ln

veLY

0€Ld
62LD

LL)
i

LeLy
9TLD

cTLY

LTLD

0TLD
60.0

628Y

Lzen
9z8n

080

S08D
708Y

TL6D
TL6D
046D

%960
€960

096V
656V
856N

969D
£396Y

e
3

S160

8060
060

5060

€060

8680

968V

CEOTY
TEOTD

6201V

S2OTD
¥201D

L

R LDWIDE

61010

9T0TD
GT0TD

0001V

S660
%660
€669

9.60
SL69D
¥v.L6D
v.6D

(4435

€170

2OT1D

T0TTA

660TD
(]
® L6010
o
@® S60TV
® 76010
@® €601
®

@® 8801V
[
(]

€8010

® 0.L0TV
®

L90TY
@® 99010

(X ]
™
©
O
-
©

€S0TD

SPDB

PROTEIN DATA BANK

W



4LSK

wwPDB X-ray Structure Validation Summary Report

Page 38

12210

61CTD
81CTD
PATAN)

11210

S02TN

€0CTD

96110
S6TTD
VeTTY

06TTD
68TTV

L8TTD

® 9L11D
S.TTN
VLIV
€L11D

0LT1D
69TT1D

2911
19110

9STTV
SSTTV
¥ST1D
€STTD

TSTTD

H

(47499
Wi
0%11D

8ETTD

9€TTD
SETTD

0ETTN
6CTTV

1211V

LEETD
9EETY

0EETD

0CZETD

L

8TETD
LIETY

YIETD

TIeTN
60€TD
COETY
00€TN
€6CTD
262N
16210
82TV

6.21D
8LTTV

€.210
TLTTY

+

69CTV
89CTV

99219

7921

(4148 4

LSTTD
9821

F

2seTd
TSCTO

0o¥Z1In

8€TTD

82CTD

9CY1D
STYTD
14445

134725
0ozy1In
(15444

LI%TO

€171D

TI%10

k
i

L6ETN
96€TN

76ETN

CTEETY

L

06€TN

98€TD
S8ETD

cTLETN

69€TD

Y9ETD
6SETY
8SETD
LSETN

YSETY

2¢SETN

6VETY

TveTN

8EETD

CISTD
TISTV

60STO
@® 80STV

00STH

L6710

L

£6%1D

T6%1D

L

S8YTD

L9%1D

v9%1D

19710
09%TV

8G¥%T0

SGPTD
¥svin

\Cig4a%
(47431

SY¥10
o V¥vyIv

[4744%)
15445

VEVIV
€EVIN

L091D
9097D
S0970

86STD
S6STH
%6310
€6STD

98SGTY
98510

28ST1D
1851

6LSTY
81810
LLSTD
6951V
99GTV

6GSTD

sifia

CYSTD

0%STH

8€STD
L]
@ 9ESTV
o
[

€ESTD

0ESTH

SCSTD

0ZSTN

8TSTD

91STN

7110

SCTLID

LTLTD
9T.T0

90.TN
SO0LTD
%0L1D
€0LTD

F

669TD

L6919

€6910

16910
0691V
6891V
88910

%8910
€891D
2891D
891D

8L91H
LLOTV
9.9V

72910

TL9TD

L9919

89910
L8910

F

€991

1991

8%910

LEOTY
9€910

F

L1910

9281

72810

2T81H
1281V

6181V

918TD
ST8TV
71810

CI8TY

€081V
C08TY
TO8TD

86.10
L6L1D
96.10
S6.10
v6.L10

26L1D

06.LTD

L8LTV

€8LTV
C8LTD

08LTV
6LLT0

ELLTIV

¥9.L1D
€9L1D

L

15,10
9SL1D

08419

13

€ELTD
CTELTV
TELTD
0€LTN

8E6TV
LEGTY
9€6TV

€E6TD

CTEBTY

6261
0Z61D
6161V
8161V
L1610
9161V
€161V
9061

€06TD
20610

668TD

968TD

6881V
88819

F

£€881D

T.L8TV

79810
€981D
298TD

6581V

|

€981V

8¥8TV
Ly8TV

LEBTD

SE8TD

€€8TN

0€8TD
6281V

Y102V

21029
11020

6002D

002D

2002

866TD

76610
£6670

68610

0861D

8L6TV

€L61D

TLETV
0L6TYV

L9610
9961V

7961
mwmﬂb
63961D
89610
LS61D

99610

2S6TV

05619

8¥61D

® LT1TV

S5020

2S02D
TS02V

Ly02n
902D

€%02D
cvoTy

6€020

SE0TH

0612ZH

€812

2812ZH

0812n

9912ZH
S912H

0912ZH
6GTZD
8GTCY
LGTZD

9912
41143

(4124
® T1§T12D
0S720

8¥1ZH
LY1TD

LETTD
@ 9€T1ed

verey
€ETTH

8C1C0

S6220

262T0
rTezen

88¢CY

982V
98220
¥822d

L

1,229
9,229

L

1.22H

69TV
89TTV
hwmw<
¥92ed
€922D

0522

Lzeey
922Td
Seeey
¥ceed
6122D

122D
9122

128D
0722

80zen

86TCYV

€6T2D
2612ZH

6.€TD
8.LeTy
LLeTy

v.€2D

TLETD
0.L€2D
69€TY

¥9€2D

C9€TH
T9gTy

€S€TD

0S€2d

Lyeed
oveey

9€ETY
SEETY

L

Teeed
0€€TH
62ETH
8TETY

STETH

€TETD
[44%4

ozeey

L1€2D
9T€2D
STETH
Y1€20

creen

oreey

90€2D

6622
862CY

€9%2D

95¥2d
S§S¥Cd

¢sved
1174
0Svey
6vven
8vvey
L¥%2D
9%¥2d

V4444
ev¥ed
{47474
15%47¢4%
V444

8even

SeEYCY

F

(14743

12%2d

14741

geven

0z%ed
61720

ST¥CD
4544

[5%43)

v0ved
€0%2D

Toven

96€CH

£6€TY
T6ETY

o6ezn
68€TD

S8ETD

€8€TD
T8ETD

O

R LDWIDE
PROTEIN DATA BANK

W



4LSK

wwPDB X-ray Structure Validation Summary Report

Page 39

§gSed
i(4°14))

215:14 4

L0820

$S082D
70920
€082V

00szn

v6v2D

06%2D
68%2D

8%2H
08%2D

LL%2D

i)

3
3

69vCY
89%2D
L9%2d
99%2d

S¥92D

2v9TH
T¥92H

6€9CY

9€92N
SE9CO

b
3

0292D
61920

L1920

€1920
21920

60920
809ZH

90920
50920
%0920

865CY
L6STH

%6520
€652n
26STH
16520

98520

%8320

[4:3143)

082N

8.STH

cLSTyY

6952D

82.L2TN

®
~
o
@
[
o

9zl

¥TLTO
€2TLTO
ccLed
TeLey

892N

08920

¥

6¥92n
8%920

%0820
£0820

£€8.TH

T8.LTV
08.ZH

SLLev
¥.LL2D

0L.2D
99129

99.2Y
224

€g.ev

2S.L20
TG.LZD

6%.2Y

LY.

¥v.L2D

SELTD
veLTy

CTELTD

62.LTD

982D

1982H
0982V

§582D
75829

%820
9%82H
i34

€%8¢H
2¥8ed

8€8CD
LEBTD

GE8TY

G282D

£e8ey
2T8TH

818¢H

S182D

€182V

0182V
6082V

: BS rRNA

e Molecule 26

15%

32%

52%

2%
n

Chain RB:

LSV

® Ssn

199
089

8y
LD

42

1571
ovn

8€D

o
i}
=1

1€0

62y
82D

azn
14

61D
819D
L1D

vin

110

6D
8N

70
€0

911D

(435
1110

901D
01D
vOTY

vesy

: 5S rRNA

e Molecule 26

10%

25%

63%

Chain YB

0
N~
L&)

o o
0 re)
<< i

78D
08D
6%0
Ridl

€70

ovn

o o
| M
(SR

oo
N
&)

~
o
&)

SV

129

61D

91D

€Ty
210

01D

8N

911D

€110

508 ribosomal protein L2

e Molecule 27

14%

51%

31%

Chain RD:

89)

99d

P9I
€94
(42

8GH

TSA

33
oo

0 ©
& &
= o

8EN

9€d
SEA

Ted
ogd
62d

© o O — I w8~
oA N NS
>< Al HEBe

ST4
i4x!

o0
a
Ix

11d

8d

(44

O

R LDWIDE
PROTEIN DATA BANK

W



4LSK

wwPDB X-ray Structure Validation Summary Report

Page 40

011D
601d
80Td

0
)
—

61

€84
281
8V

6.LA

LLY
9.d
SLI

TN

694

L61D

3

89TH

SOTI

1971

63TV
8TV

vSTA
€GTV

TGTH
0GTH

9€TI

€ETT

LTV
TL2I
0.2I
6924
8924

€924

19

6€TH

¥€2d
€ECH
zeed

L

12CA

612d

L1724

ST121
vren
4248

%4
012D

9021
S0TA
7021

[4va)

002a

€L2d

50S ribosomal protein L2

e Molecule 27

.o

14%

53%

30%

%
B

Chain YD

0LM
694
894

990d

79I
€94
(422

8SH

At

€94
[4:t!

0 D ~
< < w
~ - -

©0
Sy
o

STN

84

9ed
SEN

Ted
oed

i
N
A

€ETT

0ETY
6CTN
821D

92Th

¥C1d

121d

61TV
8TTA
LITA

€TTA

011D
60TQ
80Td
LOTV

&
3

Y0TA
€0TY
{40198

001D

~ D
o D
I>-.Im

S671

261

28I
8V
08y

i
2
I>

LLV
9.d
SLI

TN

L6TD
96TA

€6TA

T6TV

6810
88Td

98TH

8914

S9TI

T9TL

65TV
85TV

15
€STV

TSTH
0STX

9€TI

6924
892Y

€924

T9gH
0924

LSTT

1o

192D

6¥cd

S¥ed
vy
€¥TH

8ETH

L

62CA
8¢ed
LTTN
ey

T2CTA

612d

L1724

454
€12

1Ty
012D
602V

9021
S0TA
70TI

20T

00z2a

508 ribosomal protein L3

e Molecule 28

5%

24%

48%

23%

— o
o
= B

<
~
<%

3%

Chain RE

09N

85y

96d

T84
089D
671
8vb

ova
6€d

Sed
YeA

zed
1€0

141

Tl
€CA

st
3

)
—
o

©
—
[=}

)
=
[

§429

(0]

9D
ST

€D

TH

CETH
TETV

6CTH
8218

921d

eTTd
TCIN
0CTM

9TTA
STTD

€TTd

T17d

SOTL
70TA
€0Ta
COTA

+

S61
764

T6A

680

183
98d

181

[l
~
=

®
~
©
2

< W0 O N~ 0
M Mmmo0nmn
o
HD @A

S9D

coT
T0TL

6674
86TA
L6TI

S6TT

061D

88TA

G8TH

€811
2811
17811
08TN

097X

9STH
SSTA
128

¢S

6714

L91d
9YTL
SYTA
4AxS

508 ribosomal protein L3

e Molecule 28

O

R LDWIDE
PROTEIN DATA BANK

W



4LSK

wwPDB X-ray Structure Validation Summary Report

Page 41

2%

5%

24%

46%

24%

Chain YE

YEA

ced
€0

14

0 O o <
— oo
IC"’:.>"‘.

)
—
[

428

]
—
=

T
01D

9D
ST

€D

T

YeTI

CETH
TETV

6CTH
8C1S

9¢1d

(44X
TCIN
0ZTM

9TTA

T11d

SOTL
voTA
€01Q
COTA

+

T6A

@
0
IQI

~
kool
[55]

- ©
00 i3
H [

<
~
2%

[
~ o~
© ~

S99

[4vas
1021

66TYH
86TA
L6TI

S6TT

061D

88TA

S8TY

€811
2811
1811
08TN

09TX

9GTH
SGTH

[419'8

50S ribosomal protein 14

e Molecule 29

2%

.

13%

47%

35%

Chain RF

69H 15444
011

79I
€94
c9d ® 7©EID
19D EETN

954

0
)
3

(4!

€211

121D

STTV

CITH

veM
€e1

<
3]
=

—
o
<

o
(3]
=
I.

€634

064

o0
©
Ih1

08v

S.H
7.4

cLd

0LL

508 ribosomal protein L4

e Molecule 29

12%

48%

35%

Chain YF

200

[
Sy
<

I~ 0
m M
]

©
[
I>

hy
)
=

o0
o
I'-I

T€H

721

Tey
021

SETA

SOTA

€0TX
2¢0Td
TOT1

€63

064

+

€84

08y

SLH
7.4

I
IS
Iml

0LL

508 ribosomal protein L5

e Molecule 30

16%

59%

46%

21%

Chain RG
Ia 3.2 :Iz

[ X )
n © o
0 0 © ©
IM<INA¢

(N )
[
10
u

TSy

o
)
<

< 1 © N~ )
& & S by
O Mo X a

154
® OWN
6€L

R LDWIDE

® LEA

SCTA

0o0000O0O
~
I
=

0T
611

® Lid
® 9md
STA

e €13

O

PROTEIN DATA BANK

W



4LSK

wwPDB X-ray Structure Validation Summary Report

Page 42

[ 1smd 291 [ eerd o €95 | oeTH
® 0814 19V TZIN zoN 6211
6.1d 091 0z11 e z8mi T9H ° 29N
8LT4d . 651 611D | oT8TH 094 e ©eia T9H
Lo . [ | e 81Ty 0814 © [ eeu | e ctid ° 094
9L11 98V Laard 6.1d © 853 o zzil | © [ esy |
5111 EEN e 911a 8,14 o 21T 8ad v21d
o v | [ grru | AL o 0z19 . €714
% €97 PITI 911 B ° 6113 BN L zerl
° - €11y S o vau | ettd | oy 21T
® TLIV 194 z11d e cs3 111d eqd 0z19
oLTd ogy 11T e zsh o zan 6118
69TV 6%a TLTV e TsH 154 | 81td
b e i s olom  msnm s bew 0
991a 9vY L0TT | sord 2 e 8 ziid 3 8% vIIA
° sva 9011 1974 o lva e TITH %4 LemTa
° ) S0T3 991a o ova o118 | ova z11d
£9TV ey 5014 I SHA 1 SHA
| zotL | 25 | gorT ° a2y i)
1971 ) zotd €91V o evA 9071 ewA i
| oown | T0TT | zotL | o v | G011 zv
6ET o 00TH T9TL o TWH 5018 59TV o THH
° | sen ovd €071 $9TA ovd
® SII L€ Z01Y €914
® 9s1a o t0TH z9ot1
® SSTH X 0079 1919
® ©a1H 3 gen . e6n 09T
® £9TH ved 861 | esTd < °
° 2 e — 8STH EN
° Yo Ne) 3 P ° Pisman  © <
° — — o 180 | 6k 95TV —
® 6%TA o o o ogi £69 o
o 8¥IN -= B= el -=
Lv1a 2z L 769 2
o 9VTA ° ° 063 ©
SPTL — — o ® —
Laars o8 &N vzA ° 03TV &N
o &1 — — Bt 69TH —
i : 2 . e
° °
ovTI o o ozy 3241 @]
6511 QOU % e 6IA EaA %
o e 813 e 8
e} o) Q
° o = 1A ol 1ed ] o o
= = o e = X
° < =f = 08s N
geTT n xXp - 2 S T THTA wn N 08S
S o =) 8.9 07T = [ e
Yo R Yo Yo)
[ 8.9
I - 9LA g [an]
o — — 15
e TETA K = gLy o o 9lA
® OEIN [ | 9€TI ° m:
6219 ] w ) s [0 EEE) ) ..
o st = O = D 11 s S O a1
® .T19 5] Y O o' 9y | | €ETA 3) Y 9y 1.1
. E . ks — e s el O o 1
514 o = o = e .91 TETA o = 891
245 M o] M o] ol 999 osTH M o] o 191
€2IN -~ -~ e s S9H 6ZTL -~ e s 999
[ eeid o zami ° @ ° @) - Lowe1 l8d @ O Coian 99H

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



4LSK

wwPDB X-ray Structure Validation Summary Report

Page 43

S9TV
791X
€9TX
29TI
191D
0913

8STH

9GTV

TvTA
(445’8

9€TI
SETD

EETA

e Molecule 32

TETA

508 ribosomal protein L9

8%

11%

41%

46%

Chain RI

194

L
&

4=t

791

va

n ©
m M
- <

Te1
0gT
6CA

Lcd

3

50S ribosomal protein L9

SCTA

€ed

T2A

oza

® 91D

v1a
€19
e <Ti1

mwm-oo
= Y

e Molecule 32

(47298

9ETA

02TI
611d

e Li1d
9TT1

Z6A

98L
S84

8LL

9LL

4%

17%

38%

43%

Chain YI

(428

9EV

0€1

124

SCTA

€¢d

Teca
0za

91D

8d

L

I

11458
0TI

9111

PIT1

(4954

2oTs
1071

508 ribosomal protein L13

e Molecule 33

26%

< © N~ o o oM
< & < < w0 0w
a =< S A ==

54%

18%

3%

Chain RN

CTOA

@
w0
4

0 © N~
0w W
R

o
+
=

-
by
(=]

Wiy 0w oN®n o
o QIQI&? X

0eT

8CL
LTy
921
ScH

S0
14924

(4478

6174
8TTY

9111
STTY

€11

T11d

80Td

90T

€0TA
{444

0073
661
86A

SLA

TLI
0L%

197
994

€91

508 ribosomal protein L13

® B8Ell
LETH

O0ETH
62Td

e Molecule 33

92¢1d

26%

N M
o 0
II:> - II

53%

19%

Chain YN

T9A

D
0
II==< IIII

0 © N~
0 W0
=<

© N~ =3
< < < 0
=< (L=}

<
<
A

-
<
A=

s v N~ D O
™ M [y} o <+
- o £ ~oA

0€I

8¢l
Loy
921
STy

e
0zd
61d
81V

vIA

©
o

SA
128

T

R LDWIDE

O

PROTEIN DATA BANK

W



4LSK

wwPDB X-ray Structure Validation Summary Report

[N
©
o

508 ribosomal protein L.14

Page 44

S¢10
4444

[447

61TH
8TTA

9TT1
STTH

ETTD

T11d

80Td

90TH

€0TA
[494)

00Td
661
86A

1671

6834
884
181

v8x

SLA

TLI
0L)

L97
993

€9L

8ETT
LETH

O0ETH
621d

e Molecule 34

9%

54%

35%

%
B

Chain RO

€9A
(47N
TOA

3

iep)

089D

8vd
LYI
il

142
E7A

Y
07A

8EA
LEA

SEA

O - NM WO~ DO N
SN NAANINNND OO
EOHE> AKX nE< N>

21a

oTA

T2TA
0zTd

L1TT
9118
STTA
PITI
ETTA
CITH

80T
L0OTH

S0Td
voty

T0Td

3

50S ribosomal protein L14

961
€6d
ced
16T
981

S8A
78V

1.4

691

L9

e Molecule 34

S9L

9%

56%

N M W0 o~ i=3
R e =Nl )
oo -
=ExHP>P®NnAJ =

34%

Chain YO

€9A
(47N

—
©
=

)

059

8¥d
LI
Eidl

42!
EVA

Ty
0%A

8EA
LEA

SEA

N~ [=3 o
oA ® el
T 0 < >

9TH

49N

(44}
T2

o
]
IIIIIE:

n ©
]
O <

PIL

el
=
=

21a

OTA

~ o
I>..I[.'J

TCTA

0TTH

80TH
1074
9011
S0TH
voTd

T0Td

96.L
€6d
ced
161

981

508 ribosomal protein L15

e Molecule 35

8%

23%

51%

19%

8%

Chain RP

09K

8GL
LSL
9GS

1

[4sic

674
8%d

oA

w
<I‘
—

o ™
<
n o

ovs

@
"
£

LED

282
288

TEV

4]

N |
o NN
T AU

0zd

814
LTY

€IN

—
—
o

i
A

(4}
™

PITI

[429¢

OTTA

SOT1
701D
€0TV

TOTA

864

96.L

L

264

064

180

S81
78N

[4:5)

508 ribosomal protein L15

LOW
99D

€9d

L9TT
9YTA
S¥1d

EVTD

07TV

e Molecule 35

8ETT

SETT
veTY

T€TS
0ETA

pkan
9CTA

7%

1

23%

51%

3%
19%

Chain YP

09K

LSL
9SS

[4:kc

674
8%d

SP1

o
<
0

=3
<
©n

6EN

LED

SEH

€€d

Tev

14)

(4

™
N
A

0zd

814
LIY

EIN

T

6N

€1
(24
a0

R LDWIDE

O

PROTEIN DATA BANK

W



4LSK

wwPDB X-ray Structure Validation Summary Report

Page 45

SOTT
701D
€0TY

TOTA

864

96.L

o
@
I[‘J1

(=3
Q
~

180

S81
8N
€8A

6.4

L.4

o =
SN~
o>

e Molecule 36

~
©
=

©
©
o

™
©
a

LYTT
9vIA
S¥1d

EVID

(%7434

8ETT

SETT
YETY

CETN
T€TS
0€Td

pxan
9CTA
ST

50S ribosomal protein L16

16%

50%

31%

6%

Chain RQ

194
991
S94
79I
€94

3

654

9G4

gy
{47\

LyI

6€d

L84

S8)

284

081

*

9.4
SLL

L16

111

50S ribosomal protei

e Molecule 36

16%

50%

31%

2%
m

Chain YQ

8G4

9G4

egy
TSA

LYI

S7h

€Vl
(4728

6€d

LET
9EY

£ed
zex
Tea

o
o0
o

® o)
N N
IU-“'

0 OO o
== qN
MO < B+

9Ty
ST9
s

*

[414]
™
oty

L84

S8Y%

084

9L
SLL

€Ld
TN

0Ld
694

508 ribosomal protein L17

e Molecule 37

17%

48%

32%

%
B

Chain RR

PRk
< @@

T9H

i

L84
96y
SSY
91
€GH
2SI

67a
87A
Lv4
9%d

€vd

Y

6ed

el

.g

8¢1

9T

{44

021

811
L14

STS

[45%:!

voty
964
Y64

26D
160

L8A
984

w8V

3

50S ribosomal protein L17

084
6.1
8.3
L4

125
€LA
c.La

e Molecule 37

0.1

17%

46%

35%

Chain YR

R LDWIDE

w_ 0

PROTEIN DATA BANK



Page 46 wwPDB X-ray Structure Validation Summary Report

4LSK

o= ~®ood NIk © o MY WON 000N 0 ® o N MO N NI Y - T
o ) Ao SAHEHNNN Qa8 Q N QmO@nooSd S & LW Wm W W LW © © Q@ ©
= & A= e Al as e Mo d A fHB BB > AN XE =) Himod <X o< @A
1o} N m W ®
<] o N N~ 0o O Sy © N~ < w-go 3a3s -
Qo B~ S S NN K ® eBe® Sg@ces oo o pay
HEEl  ERERS RN < > cCoBNEHE @ < Ad>mMm (2]
e Molecule 38: 50S ribosomal protein L18
3%
Chain RS: " 12% 63% 19% 5% -
o
o —[llo s w NS0 OO0 H N DS W OE®RD =3
aofllo or~ 0o o ol oo NNAANANANDROOH O MO0 MO0 ©
< cEllE < >MeEe Xl s HOo@ e A0S ke|dN D> EoH >
<
Nm S ON 0N - oo © N~ © oOllm ¢ 1 © = o (=}
© O OWOOQOOKNNN SENE®Q 000X oo o -
MEHMBE<@O>0r< M<a=a Ko< A= = o

e Molecule 38: 508 ribosomal protein L18

2%
. _ S _ ===
Chain YS: " 12% 62% 20% .
O =N msw NS O 0DOIH NS OERDO N M ©N 0O N MW ® o O
Ol O~ 00 oo NYIAIINNNNQ@O DD OO0M0 0SS S S RO T+ [T Y- R YT o)
B GRS BEOEm AR dlRERABNANIEHSSN<SoRHAA EaP@M<n®nd< AN S
e o
NS W @ o
NmM S ON 0N = oo © N~ © Ollm ¢ v © = o m [T} I~ 00 O o o o o —
© OO WOOQOOKNNN SENE®Q 000X DD RDRDR DD ] - -
MEHM>E<@O>0r< M<a=a Xo>< AN R >N <Ho< © I

e Molecule 39: 508 ribosomal protein L.19
9%
. h e
Chain RT: 21% 51% 19% . 6%

[ X X ) o o
o - © [N Nl <+ N~ 0 O — g o - < 0 o o o N M N~ o o
o W ON~QO A bl S =] N N AN®O  © &+ < S § ¥ DWW WM 0 © [© ©
= < AHXAaA>mMm [ S =g iy-% [N BEEmBE0 > B Amnm >HEHRQ® [ 1383

(] °

S amsw oo oo O S WON~0DO W o
< W © [N ORI O = @ W ® 0O © I~ cooooo@o o~ Bl R R R S
Q © © NSNS NN ® 0 00 0 ® o 0 R R IRl - RIS R PRSI oo
@XM S H A [Z Q- = = g H> o a <X bHE = A0 m MAag=EaomxeH A Mm

K132
A135
Q136
K137 ®

e Molecule 39: 508 ribosomal protein 1.19
3%
. _
Chain YT: 21% 51% 20% - 6%

LX) o

© 5 INE %) = o o < v ol [ IS N~ o N
o 0 © N~ oo - N NN N@D O © & < SIS S 0 @ 0 o © [© ©
= < aHXA n: A EEmBEn B B Am@ > H xR (21 =8

vio
E11
D18
L19
P20
150

WO RLDWIDE

eP

PROTEIN DATA BANK



Page 47 wwPDB X-ray Structure Validation Summary Report 4L.SK

[ ]

—“NM T WO 0 o O o0 ¢ W0 M~ OoOO - N <+ W ©
< 0 © N <+ WO~ o‘—auiwmlv—nwm © N~ 0 O OO OO0 Oo o o o - = = N NN [SESE RS
© © © ~ NN~~~ 0 00 0 0 00 [ N) aQ o0 oo A - o o o o o -~
QX > = oo oA (7o Qv ) - > g O m Mo X bEHE=d0n g - E-rs - AE X EHA a e 53]

[ )
oN n O N~
3] m oM m
o@® 500
£ < O X
e Molecule 40: 50S ribosomal protein L20
2%

. . -
Chain RU: 34% 53% 11% .-
Imlmmlm SoECHL oy s 228 FTLWEBIS IS gyl NS BBrB332008388BE3

~ B = ~ o £ B > WX Mo < = o < O < > ~ m X o o mAEH>@MmH = << O

[ N ]
o oN WO ONMN0DO A NM ~
o o Mmoo <+ W O~ o O t=} OO 0000 d - -
NN~ (5] [*e] [*) [oEO O M) [ — oA A A —
[--=2 =] [} << =24adA< A < > 3] o> <<idAad> e < o
e Molecule 40: 508 ribosomal protein .20
3%

. - -
Chain YU: 30% 55% 13% .-

©0 N~ — R e ~ o NN NMm |m oMo o oM < <+ < <+ <+ 0w 0w W w 0N © YW OOY OO

U > - MO X X B4 > oM moX < = I < O << > oo X moX o e EAZEZHASMAHZ

[ ] [ X ]
o N FWOONWDHO - NM
0O - o o [ o < WO N~ o O o OO0 O0OO0OO -~
© O~ N~ 0 00 e} o QNN D — ~ oA o o o o o
<O xmCc HB:I-—I <-Z-1<Q << > (5] o>k Ad> e <
e Molecule 41: 508 ribosomal protein L21
3%
3 - |
Chain RV: 27% 52% 21%
[ ) [ ) [ )
TEREREEBAS ﬂmwmlh morwlﬁlﬂlﬂwlwh Hmlmm\lalﬁ-
HN M0 O N~ ~ - — o — NN o N M [} [l < < < <+ < w W n W w wn ©
SEhaH>ENXBHO (=g Mmoo, X =R <3 I | << [a9d ) = = o 23 == == << 0 > << =
l\wm-NmeIooI‘—cN < 0 l\wiwlvmwh
0 O © N~ N~ ~ ~ 0 0 00 00 0 () [CEO N N)
U XX =0 £ £ EEN- XX === = = H X
e Molecule 41: 508 ribosomal protein L21
4%
Chain YV: 28% 51% 21%
[ ] [ ] [ ]
°~~Im‘° S EEEER] B °°r¢l'~.ﬂlm*Im‘.ﬂ“lmwhlmlﬂ
SN M S0 O~ 0 o — ~ NN o N M [} oM < <+ < <+ < w w w w w w ©
ESEhaHB>SNXBHO E =] 1A E4 =R 3 I S | < Ao [55) = o moN == == < 0 > << =

[ ]

o O N M © [ — o w N~ o < W O~

X - =0 E4 4 > 4 == = H A H X

WO RLDWIDE

eP

PROTEIN DATA BANK



4LSK

19%

50%

wwPDB X-ray Structure Validation Summary Report

28%

%

2

Chain RW: ™

e Molecule 42: 508 ribosomal protein 122

Page 48

391 991 199 991 o coE
PO HOH 99T | gou
ks ks Bl
. o) £9%
TON TON ° mﬁ ° z9% o
09N 09N | 1em S
e 6o oo 09% "~
mﬁ Wo mﬁ m/” o/h .
agy — agy — ~
|owev Lowev
€39S €3S 790 $GA
| zem | zem syl £ay
197 191 (270 zan
08A 03A 190 790 .
67X 673 0S¥ oSy S °
L oew el eI - ol etmi | (32 671 N e
LA [435) LYA [435) | oswd 2 e SvA
[ | L TH [ | s Lvd Lvd I
oY 0TTY oY oTTH | | [ | €N
€99 607d £%H 607 k! v 7
44! I |z I © €A . £VA 59
T 9 & 44l N 444 ova
0vN 9071 ovN 90TT < THN < THN . oeen
| oeelL S0TA N | el S0TA Loowd Loom 8eT
8ek $0TL 2 8k $0TL 6€T 6£T L€A
| sew | gotT | | goTT ged 8eq 9V
9T ZOTH 91 20TH L1 LEL -9
| ser 1018 | oeer 1018 o oeed ooy
PEN 00TL o YEN 00TL o gl o qel <t
[esE o ey o |owev N | owev o\

863 — 863 — £e) — el — ogA
1€d Coe o 1€ Coed o zed o zed o W” 6zd
oga 961 = oga 961 3 T€H = T€H = 3 .
621 361 621 G561
8zs 3 8zs T — B — 3
| | = [ | €6V = = = 529
szy o8 seu ¥ 9zk oF 9Tk oF vzA
i —_ ] — e —_ e —_ scu
faddl < zza © 2D < 2 < 223
T2A g T2A g [ | g [ | g Lot

981 o 981 @) S 0z9 @] < 029 o 0Zk

|| % . [ ] % = 6TV % @ 6TV % 63

281 3 N z81 3 199 261 3 8Tk 261 A [ |
LTA 18Y T 2 LTA 18Y — LTV = LTV = 9Ty

Coom 08d — oo 08d = I = I — STA
ST4 emy W STH emy W wn N =i $11

8.4 ) 8.1 S ¥1S = $1S S o K £TA

olliay @ zam 09 - €8 0 Coer1 g8 0~

9L & 9. @ zTA z8d & zTA z8d &

-7 X -7 ° T1d T80 T1d T8
ok g < O ok gy T Sl 1 e <F 1 L ¥ o
X €LV < W L €LV < X 8T < > 8T < S I
Ly e Ly e LA 83 Y 8.3
o1 w5 o1 . O 2 e 5% > mea B § K e
i < o av < o Sk 5.a < = S 5.a < o an
2 o = 2 [e) = o 3 [e) = I

- - A °

za = < 3 = = = <= = -~ 2u
™ ° (@) ™ ° @) ° ° @) 199 ° O Cooan

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



4LSK

wwPDB X-ray Structure Validation Summary Report

Page 49

TOTY
00TV

86A

763

984

08D

[
©
~
3

e Molecule 44: 508 ribosomal protein 1.24

YLd
€L4

T

89H
191
99d
SOV

7%

28%

42%

19%

7%

Chain YY:

c9d
79I
094

11%

[
©
~
Iqr

2ss

8%

o
¥
7N
xR
—
m
| oeen °
8€T 10T
00TV
e 660
861
. 5
(@]
63 —
e
.or—
Q
+—
o
—
[oh
—
[44:) e 98y < X
o sn 2
0z 8y ]
| g
o 18 3
089 =
—
[@p]
=
9.0 *
e 08
<
<N
=
e =
2 o
or—
M <
Gy )
v o O

06A

884

98A

-
Q
-

VLA

T
TLA

® 691

590

29d

8SGA

b

YSH
€8I
{41

674

8T
LA

0zH

o™ oMY e
R = > Mo oA

TOTA

8GTd
LST1

TSTH

e 8¥id

OVTI
e S¥1d
44!

cvis
TVIA

6ETA

0€Td

8CTA

SC11

TCTH

6114

L1771

e Molecule 45: 508 ribosomal protein L25

® €11V

0TTD

11%

8%

31%

50%

6%

Chain YZ: —

861
163

S6d
64

(435
16T

180

S8H
v8d

T

9.1

(X

e Molecule 46: 508 ribosomal protein L27

27%
~ENO o o

65%

e Molecule 46: 50S ribosomal protein L27

€7l

(o))

8EA

E€CA

N
‘.‘+
Iz

%

0TL

8D

€H

Chain RO :

D E

O

R L DWI
PROTEIN DATA BANK

W



4LSK

wwPDB X-ray Structure Validation Summary Report

Page 50

22%

71%

Chain YO0:

o 1
S A

L4

SLT

694

894

SqY

evL

i

©
®
-

~ <+
N o0

Sy

8TV
L10

ST
714

CIN

0Tl

e Molecule 47: 50S ribosomal protein L28

7%

o
-
i

18%

® o
) ©
I>'L"‘I

48%

30%

Chain R1:

191
99H

YoV

(4

TSA

67A
8Y)

V1
SYN
¥vd

[47]
54t

1

LET

€EN

1€D

629

e Molecule 47: 508 ribosomal protein 128

Lea
oy
s

I

14

610
811

9TIN

€11

P
ol 561 |

61

061

884

98s
S81

©
~
B4

w0
~
=

N oM
N~
lﬂ.—ll

o
=
=

oo
©
%

7%

18%

48%

30%

Chain Y1:

89d

© N~
© ©
-

N By
© ©
=3 <<

094

LS89

o
)
I>.

TSA

67A
8¥%4

91
SN
¥vd

(47l
v

1

LET

€D

62D

pacs

e Molecule 48: 50S ribosomal protein 129

18%

54%

22%

Chain R2:

fo2} ~
0 ©
~ =

~
0
=1

794

Tey
0SI
674

9%

v
I
0¥s

Led
9€Yd

n
]
)

EEW

Ted
oeyd
62
8¢y
Pracy

el 'e}
3] N
£ =

121
0zd

L1S

STH
1y
eTv
(4!
174

9A

7S

694

L9Y%
994
SON

e Molecule 48: 508 ribosomal protein 129

18%

54%

22%

Chain Y2:

D ~
0 ©
~ =

~
0
=1

794

TSy
0SI
673

9%

(40
I
0¥s

Led
9€Yd

n
]
s )

EEW

Ted
oeyd
6
8¢y
Pracy

SCTA

el
3]
X

Te1
0zd

L1S

STH
1y
eTv
(4
174

9A

7S

694

L9Y%
994
SON

e Molecule 49: 50S ribosomal protein L30

R

n

—

X

o

n

X

oN

m
N
o
—

m

=

o=

<

hhu

R LDWIDE
PROTEIN DATA BANK

w_ 0



4LSK

wwPDB X-ray Structure Validation Summary Report

Page 51

00
o
a

0Zy

€71

(0)2:1

LY

S

e Molecule 49: 508 ribosomal protein L30

13%

52%

32%

3%

Chain Y3: -

e Molecule 50: 508 ribosomal protein L31

42%

11%

39%

® 00
-
<
A

42%

7%

Chain R4:

09d
6G4
89y
of s
® 9SA
@ SSH
75D

[4hN

[ ]
~
o
=3

()
lﬁ‘l
S
3]

©
[}
£

SEA
veq

TeI

® 6¢d
® 8

9Ts
SCA

0zN

e Molecule 50: 508 ribosomal protein L31

11%

39%

(X ]
@ -
« <
& A

44%

30%

6%

Chain Y4:

09d

894

® 9SA
@ SSH

@ TSl

e L¥d

YvL

SEA
e ved

® Ttk
TeI

62d
8C)

9Ts
SCA

0ozN

@ 81D

o -
o Pl ibs]
=X @O = o<

[ ]
& 10
© ©
.UQ

e Molecule 51: 508 ribosomal protein 132

.
X
~
X
&
~
X
~
<
2

XN~

®

—

=
i
o—
<
®

D O
n ©
.L"1>

I‘\I
S
[

<
Tl
o

058D
670

3
&

29 F
=X

BEV

e Molecule 51: 508 ribosomal protein 132

ged
ved

6CL

S¢1

€CH
CCH

ocy

)
—
=

8TV

< 0 © N~
oo
<memEA

[ [=]
0 © =
> X

5]
<

7%

X
o~
o

40

48%

22%
e Molecule 52: 50S ribosomal protein L33

12%

Chain Y5:

@ o
n ©
m >

@ o
< w0
(SR

~
<
A

Yyl

Tvd
ovy
6EW
3eY

sed

ved

6CL

S21

€CH
CCH

ocy
614

L1d
914

IV

(453

| [=)
o 0 © -
<< > £

9%

6%

31%

46%

41%

7%

Chain R6:

O

R LDWIDE
PROTEIN DATA BANK

W



Page 52 wwPDB X-ray Structure Validation Summary Report 4L.SK

LN ] o o000 00 o oo [ ] (] 0000 o000 (]

o - a® © ~ O H NMYLWONODO © I~ © oo ~ o =
0 R =] bl SN NNAN®® 000 & & <+ B 1 0
= HAamo O X EH<bHMK=ENXESB A e X A =O 3] @[>

e Molecule 52: 508 ribosomal protein L33

39%
Chain Y6: 7% 46% 31% 6% 9%
(N ] [ ] [ X N ] [ ] [ X ] [ ] [ X ] [ ) [ ) 00000 (] [ )
o - N m O~ o N M WO~ N O - © (<] — (] N~ o - N
wn o — N aNNANNNANN N m o oM <+ SN < 0w w

e Molecule 53: 508 ribosomal protein L34

2%
Chain RT: 37% 55% 8%
°
oMY~ oo oMY WM OO0 - N M0 OE® ] © N~ 09
- 0o~ A d O S dHHd A AN®OO 000000 < SIS
=X =e o EME<d ODhm< BHA EXBEAXESEoNS = SExe

e Molecule 53: 508 ribosomal protein L34

4%

. - I
Chain Y7: 35% 57% 8%
[ ] [ ]

S ML oO~ SRS S YmE sy cHI GBI ™Y 5 8 2 €582
= ~ = [ ~ [ O o< oA "X =] ~ oxX O = > ;X om

e Molecule 54: 508 ribosomal protein L35

5%
Chain RS: 22% 43% 28% 6% -
o (]
Il _ o N ~ o N © N~ o M o = o o O < © 0 OO
oEwo o aHA oo - e SRR ® o S & 0w W0 B0 1y L ¥ © ©
MEIN b O <IN x> [SEEER N > XEO A= [ > A< [N - A S |

e Molecule 54: 50S ribosomal protein L35

5%
Chain YS8: 20% 45% 28% 6% -
[ ]
- o N N~ 0 o N © N~ N M o — D O - < © [co e e ]
(3] n w0 o, - M helal o N oN ISy RS} m M S < 0w w0 n 0w o o
£ B4 XU < X x> B o< (&) = X B O - = M|oH @ > ad < = = HxX A4

e Molecule 55: 50S ribosomal protein L36

22%
. -
Chain R9: 46% 51% e




Page 53 wwPDB X-ray Structure Validation Summary Report

4LSK

° o000 o ° [
o 0 © N~ oW © I~ o o+ oM ©
o w0~ - Odro-dHd QAN ®0 00000
£ o< - H M= o~ =HOME AN IO NX O o

e Molecule 55: 508 ribosomal protein 136

11%
. [— o
Chain Y9: 59% 35% 5%

° o O o
©N~ o ollw o~ ol Ao
o™ 1 Bl R B
B ~ = = ~o =HOM B E=g

e Molecule 56: tRNA acceptor end mimic

Chain Z6: 33% 33% 33%

N
~
o

e Molecule 56: tRNA acceptor end mimic

Chain Z8: 67% 33%

C74
C75
A6

WO RLDWIDE

er

PROTEIN DATA BANK



Page 54

wwPDB X-ray Structure Validation Summary Report

4LSK

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 208.25A  448.40A  624.58A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 3497 — 348 Depositor
Resolution (4) 3497 — 3.30 EDS
% Data completeness 99.6 (34.97-3.48) Depositor
(in resolution range) 99.2 (34.97-3.30) EDS
Rinerge 0.32 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.61 (at 3.32A) Xtriage
Refinement program PHENIX Depositor
R R 0.230 , 0.270 Depositor
7 Phfree 0.231 , 0.270 DCC
Rree test set 39762 reflections (4.62%) wwPDB-VP
Wilson B-factor (A?) 61.1 Xtriage
Anisotropy 0.303 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.26 , 74.6 EDS
L-test for twinning? <I|L| > =042, < [?> =024 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.88 EDS
Total number of atoms 292002 wwPDB-VP
Average B, all atoms (A?) 86.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.67% of the height of the origin peak. No significant pseudotranslation is detected.

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

WO RLDWIDE

PROTEIN DATA BANK
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5 Model quality (i)

5.1 Standard geometry (i)

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

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

. Bond lengths Bond angles

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

1 QA 0.31 0/36098 0.83 43/56341 (0.1%)

1 XA 0.35 0/36101 0.86 41/56346 (0.1%)

2 QB 0.35 0/1959 0.65 0/2642

2 XB 0.36 0/1959 0.65 0/2642

3 QC 0.37 0/1629 0.60 0/2195

3 XC 0.37 0/1629 0.60 0/2195

4 QD 0.41 0/1733 0.68 1/2318 (0.0%)

4 XD 0.44 0/1733 0.68 1/2318 (0.0%)

5 QE 0.38 0/1171 0.66 0/1576

5 XE 0.39 0/1171 0.66 0/1576

6 QF 0.43 0/856 0.68 0/1154

6 XF 0.43 0/856 0.68 0/1154

7 QG 0.37 0/1276 0.60 0/1709

7 XG 0.36 0/1276 0.60 0/1709

8 QH 0.40 0/1136 0.69 0/1527

8 XH 0.40 0/1136 0.69 0/1527

9 QI 0.36 0/1029 0.67 0/1379

9 XI 0.36 0/1029 0.67 0/1379

10 QJ 0.36 0/814 0.61 0/1095

10 XJ 0.36 0/814 0.61 0/1095

11 QK 0.40 0/900 0.67 0/1213

11 XK 0.40 0/900 0.67 0/1213

12 QL 0.45 0/991 1.00 4/1327 (0.3%)

12 XL 0.46 0/991 1.00 4/1327 (0.3%)

13 QM 0.34 0/974 0.66 0/1303

13 XM 0.35 0/974 0.66 0/1303

14 QN 0.42 0/501 0.68 0/664

14 XN 0.53 0/501 0.67 0/664

15 QO 0.39 0/745 0.67 0/992

15 X0 0.39 0/745 0.67 0/992

16 QP 0.36 0/721 0.67 0/970

16 XP 0.37 0/721 0.67 0/970
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
17 QQ 0.37 0/847 0.68 0/1131
17 XQ 0.38 0/847 0.68 0/1131
18 QR 0.39 0/579 0.72 0/768
18 XR 0.39 0/579 0.72 0/768
19 QS 0.36 0/689 0.84 2/926 (0.2%)
19 XS 0.36 0/689 0.84 2/926 (0.2%)
20 QT 0.33 0/765 0.70 0/1007
20 XT 0.34 0/765 0.69 0/1007
21 QU 0.37 0/221 0.63 0/288
21 XU 0.38 0/221 0.63 0/288
22 QV 0.53 0/1836 0.99 6,/2859 (0.2%)
22 XV 0.52 0/1836 0.99 6,/2859 (0.2%)
23 QY 0.28 0/333 1.11 1/517 (0.2%)
23 XY 0.30 0/333 1.11 1/517 (0.2%)
24 QX 0.96 3/193 (1.6%) 1.43 3/299 (1.0%)
24 XX 0.96 3/193 (1.6%) 1.44 3/299 (1.0%)
25 RA 0.38 4/69521 (0.0%) 0.89 | 62/108529 (0.1%)
25 YA 0.44 4/69543 (0.0%) 0.95 | 91/108563 (0.1%)
26 RB 0.31 0/2878 0.82 1/4490 (0.0%)
26 YB 0.38 0/2878 0.89 0/4490
27 RD 0.59 2/2165 (0.1%) 0.90 4/2919 (0.1%)
27 YD 0.56 0/2165 0.90 4/2919 (0.1%)
28 RE 0.52 0/1601 0.91 2/2160 (0.1%)
28 YE 0.52 0/1601 0.91 2/2160 (0.1%)
29 RF 0.50 0/1620 0.76 0/2194
29 YF 0.50 0/1620 0.76 0/2194
30 RG 0.40 0/1499 0.66 0/2016
30 YG 0.40 0/1499 0.66 0/2016
31 RH 0.45 0/1332 0.85 3/1802 (0.2%)
31 YH 0.45 0/1332 0.85 3/1802 (0.2%)
32 RI 0.32 0/1151 0.58 0/1558
32 Y1 0.32 0/1151 0.60 0/1558
33 RN 0.46 0/1131 0.77 1/1525 (0.1%)
33 YN 0.46 0/1131 0.78 1/1525 (0.1%)
34 RO 0.54 0/943 0.71 0/1269
34 YO 0.53 0/943 0.71 0/1269
35 RP 0.50 0/1162 0.95 3/1544 (0.2%)
35 YP 0.50 0/1162 0.95 3/1544 (0.2%)
36 RQ 0.54 0/1143 0.91 3/1527 (0.2%)
36 YQ 0.54 0/1143 0.90 3/1527 (0.2%)
37 RR 0.45 0/982 0.80 1/1312 (0.1%)
37 YR 0.45 0/982 0.80 1/1312 (0.1%)
38 RS 0.46 0/892 0.82 1/1187 (0.1%)
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
38 YS 0.45 0/892 0.83 1/1187 (0.1%)
39 RT 0.47 0/1155 0.73 2/1542 (0.1%)
39 YT 0.47 0/1155 0.73 2/1542 (0.1%)
40 RU 0.48 0/982 0.78 0/1306

40 YU 0.48 0/982 0.78 0/1306

41 RV 0.47 0/790 0.82 0/1057

41 YV 0.47 0/790 0.81 0/1057

42 RW 0.45 0/911 0.75 0/1220

42 YW 0.45 0/911 0.75 0/1220

43 RX 0.56 0/739 0.77 0/993

43 YX 0.56 0/739 0.77 0/993

44 RY 0.52 0/798 0.80 0/1064

44 YY 0.52 0/798 0.80 0/1064

45 RZ 0.29 0/1493 0.53 0/2026

45 Y7 0.33 0/1493 0.56 0/2026

46 RO 0.30 0/657 0.54 1/874 (0.1%)
46 YO0 0.38 0/657 0.54 0/874

47 R1 0.49 0/770 0.85 1/1022 (0.1%)
47 Y1 0.49 0/770 0.85 1/1022 (0.1%)
48 R2 0.51 0/583 0.83 1/771 (0.1%)
48 Y2 0.51 0/583 0.84 1/771 (0.1%)
49 R3 0.47 0/474 0.72 0/635

49 Y3 0.43 0/474 0.71 0/635

50 R4 0.38 0/594 0.78 1/795 (0.1%)
50 Y4 0.38 0/594 0.78 1/795 (0.1%)
51 R5 0.51 0/473 0.74 0/639

51 Y5 0.51 0/473 0.74 0/639

52 R6 0.43 0/431 0.76 0/575

52 Y6 0.42 0/431 0.76 0/575

53 R7 0.56 0/438 0.76 0/575

53 Y7 0.56 0/438 0.76 0/575

54 R8 0.62 0/525 0.93 1/691 (0.1%)
54 Y8 0.62 0/525 0.93 1/691 (0.1%)
55 R9 0.35 0/310 0.60 0/407

55 Y9 0.37 0/310 0.61 0/407

56 76 0.80 0/40 1.78 1/60 (1.7%)
56 78 0.80 0/40 1.80 1/60 (1.7%)
All All 0.41 | 16/316383 (0.0%) | 0.86 | 323/473007 (0.1%)

The worst 5 of 16 bond length outliers are listed below:

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

| Mol | Chain | Res | Type | Atoms | Z [ Observed(A) | Ideal(A) |

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)

25 RA 1472 A N9-C8 | -11.04 1.28 1.37
27 RD 236 | GLY C-N 8.56 1.53 1.34
25 RA 1472 A C8-N7 | -8.20 1.25 1.31
25 RA 1413 G N9-C4 | -7.25 1.32 1.38
25 YA 1473 G C8-N7 | -6.84 1.26 1.30

The worst 5 of 323 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(?)

12 QL 47 LYS C-N-CD | -20.49 75.52 120.60
12 XL 47 LYS C-N-CD | -20.45 75.61 120.60
23 QY 40 G P-03’-C3" | -16.23 100.23 119.70
23 XY 40 G P-03-C3’ | -16.18 100.28 119.70
25 RA 1472 A N7-C8-N9 | 12.07 119.84 113.80

There are no chirality outliers.

There are no planarity outliers.

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 QA 32247 0 16278 536 0
1 XA 32249 0 16279 560 0
2 QB 1924 0 1975 284 0
2 XB 1924 0 1975 290 0
3 QC 1605 0 1668 205 0
3 XC 1605 0 1668 207 0
4 QD 1703 0 1764 254 0
4 XD 1703 0 1765 212 1
) QE 1155 0 1213 143 0
) XE 1155 0 1213 136 0
6 QF 843 0 857 93 1
6 XF 843 0 857 98 0
7 QG 1257 0 1296 146 0

Continued on next page...


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

Page 59

wwPDB X-ray Structure Validation Summary Report

4LSK

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
7 XG 1257 0 1294 143 0
8 QH 1116 0 1175 149 0
8 XH 1116 0 1177 148 0
9 QI 1010 0 1037 146 0
9 XI 1010 0 1037 158 0

10 QJ 801 0 849 150 0
10 XJ 801 0 849 135 0
11 QK 885 0 904 100 0
11 XK 885 0 904 109 0
12 QL 975 0 1062 107 0
12 XL 975 0 1062 103 0
13 QM 964 0 1034 151 0
13 XM 964 0 1034 160 0
14 QN 492 0 529 95 0
14 XN 492 0 529 96 0
5 | QO 734 0 771 74 0
15 X0 734 0 771 73 0
16 QP 705 0 725 111 0
16 XP 705 0 725 107 0
17 | QQ 834 0 904 81 0
17 XQ 834 0 904 73 0
18 QR 074 0 644 65 0
18 XR 074 0 644 68 0
19 QS 674 0 699 110 0
19 XS 674 0 699 133 0
20 QT 763 0 860 105 0
20 XT 763 0 861 100 0
21 | QU 217 0 234 27 0
21 XU 217 0 234 24 0
22 QV 1644 0 836 35 0
22 XV 1644 0 836 35 0
23 | QY 323 0 165 1 0
23 XY 323 0 165 7 0
24 QX 173 0 88 7 0
24 XX 173 0 88 6 0
25 RA 62071 0 31288 884 1
25 YA 62091 0 31294 903 1
26 RB 2573 0 1306 66 0
26 YB 2573 0 1306 33 0
27 RD 2115 0 2195 306 0
27 YD 2115 0 2195 331 0
28 RE 1568 0 1634 272 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
28 YE 1568 0 1634 263 0
29 RF 1585 0 1632 173 0
29 YF 1585 0 1632 171 0
30 RG 1474 0 1535 207 1
30 YG 1474 0 1535 201 1
31 RH 1307 0 1382 225 0
31 YH 1307 0 1382 226 0
32 RI 1136 0 1223 40 0
32 YI 1136 0 1223 50 0
33 RN 1104 0 1180 197 0
33 YN 1104 0 1180 186 0
34 RO 933 0 996 120 0
34 YO 933 0 996 127 0
35 RP 1145 0 1228 246 0
35 YP 1145 0 1228 239 1
36 RQ 1122 0 1179 153 0
36 YQ 1122 0 1179 150 0
37 RR 968 0 1033 113 0
37 YR 968 0 1033 105 0
38 RS 882 0 943 162 0
38 YS 882 0 943 162 0
39 RT 1141 0 1202 151 0
39 YT 1141 0 1202 154 0
40 RU 964 0 1022 128 0
40 YU 964 0 1022 136 0
41 RV 779 0 852 130 0
41 YV 779 0 852 131 13
42 RW 900 0 964 101 0
42 YW 900 0 964 102 0
43 RX 725 0 778 67 0
43 YX 725 0 778 67 0
44 RY 785 0 878 161 0
44 YY 785 0 878 153 0
45 RZ 1461 0 1493 52 0
45 YZ 1461 0 1493 40 0
46 RO 648 0 672 21 0
46 YO0 648 0 672 23 0
47 R1 763 0 848 143 0
47 Y1 763 0 848 136 0
48 R2 581 0 629 79 0
48 Y2 581 0 629 76 0
49 R3 469 0 018 39 1

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
49 Y3 469 0 018 42 0
50 R4 581 0 D74 148 0
50 Y4 581 0 o974 165 0
o1 R5 459 0 480 73 0
o1 Y5 459 0 480 76 13
52 R6 424 0 450 94 0
52 Y6 424 0 450 92 0
53 R7 430 0 480 39 0
93 Y7 430 0 480 44 0
o4 RS 517 0 082 105 0
o4 Y8 517 0 582 99 0
95 R9 307 0 335 20 0
95 Y9 307 0 335 18 0
o6 76 74 0 o1 7 0
o6 78 74 0 o1 6 0
o7 QA 65 0 0 0 0
o7 QF 1 0 0 0 0
o7 QH 1 0 0 0 0
o7 QM 1 0 0 0 0
o7 QV 1 0 0 0 0
57 | QX 1 0 0 0 0
o7 RO 1 0 0 0 0
o7 R5 1 0 0 0 0
o7 RA 241 0 0 0 0
o7 RB 2 0 0 0 0
o7 RD 1 0 0 0 0
o7 RE 2 0 0 0 0
o7 RF 1 0 0 0 0
o7 RR 2 0 0 0 0
o7 XA 74 0 0 0 0
o7 YO0 1 0 0 0 0
o7 Y5 1 0 0 0 0
o7 YA 268 0 0 0 0
o7 YB 4 0 0 0 0
o7 YE 1 0 0 0 0
o7 YP 2 0 0 0 0
o8 QA 42 0 45 0 0
o8 XA 42 0 45 1 0
29 QD 1 0 0 0 0
59 QN 1 0 0 0 0
59 R9 1 0 0 0 0
59 XD 1 0 0 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
29 XN 1 0 0 0 0
29 Y9 1 0 0 0 0
All All 292002 0 198357 14284 17

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 29.

The worst 5 of 14284 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)
14:XN:32:SER:CB 14:XN:41:ARG:HB3 1.23 1.55
14:XN:32:SER:HB3 14:XN:41:ARG:CB 1.28 1.54
31:RH:127:GLU:CG | 31:RH:128:PRO:HD3 1.36 1.53
31:YH:127:GLU:CG | 31:YH:128:PRO:HD3 1.35 1.52
4:XD:22:LYS:CG 4:XD:26:CYS:SG 2.01 1.49

The worst 5 of 17 symmetry-related close contacts are listed below. The label for Atom-2 includes
the symmetry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
41:YV:50:PRO:C | 51:Y5:60:VAL:O[4 445] 1.47 0.73
41:YV:51:VAL:N | 51:Y5:60:VAL:O[4_ 445] 1.50 0.70
41:YV:51:VAL:N 51:Y5:60:VAL:C[4_ 445| 1.60 0.60
41:YV:50:PRO:CG | 51:Y5:60:VAL:CA[4 445] 1.78 0.42
41:YV:50:PRO:CA | 51:Y5:60:VAL:O[4_445] 1.83 0.37

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

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

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

Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles |
2 QB 235/256 (92%) 153 (65%) 52 (22%) 30 (13%)

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

Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
2 XB 235/256 (92%) 153 (65%) 52 (22%) 30 (13%) |
3 QC 203/239 (85%) 128 (63%) 56 (28%) 19 (9%)
3 XC 203/239 (85%) 129 (64%) 55 (27%) 19 (9%)
4 QD 206/209 (99%) 136 (66%) 50 (24%) 20 (10%)
4 XD 206/209 (99%) 135 (66%) 49 (24%) 22 (11%)
5 QE 149/162 (92%) 103 (69%) 31 (21%) 15 (10%)
5 XE 149/162 (92%) 103 (69%) 30 (20%) 16 (11%)
6 QF 99/101 (98%) 66 (67%) 24 (24%) 9 (9%)
6 XF 99/101 (98%) 66 (67%) 24 (24%) 9 (9%)
7 QG 153/156 (98%) 102 (67%) 36 (24%) 15 (10%)
7 XG 153/156 (98%) 103 (67%) 36 (24%) 14 (9%)
8 QH 136/138 (99%) 92 (68%) 29 (21%) 15 (11%)
8 XH 136/138 (99%) 92 (68%) 29 (21%) 15 (11%)
9 QI 125/128 (98%) 77 (62%) 32 (26%) 16 (13%)
9 XI 125/128 (98%) 77 (62%) 32 (26%) 16 (13%)
10 QJ 97/105 (92%) 68 (70%) 20 (21%) 9 (9%)
10 XJ 97/105 (92%) 68 (70%) 19 (20%) 10 (10%)
11 QK 117/129 (91%) 87 (74%) 22 (19%) 8 (7%)
11 XK 117/129 (91%) 87 (74%) 21 (18%) 9 (8%)
12 QL 123/132 (93%) 85 (69%) 24 (20%) 14 (11%)
12 XL 123/132 (93%) 85 (69%) 24 (20%) 14 (11%)
13 QM 119/126 (94%) 71 (60%) 28 (24%) 20 (17%)
13 XM 119/126 (94%) 71 (60%) 28 (24%) 20 (17%)
14 QN 58/61 (95%) 31 (53%) 15 (26%) 12 (21%)
14 XN 58/61 (95%) 32 (55%) 14 (24%) 12 (21%)
15 QO 86/89 (97%) 61 (71%) 19 (22%) 6 (7%)
15 XO 86/89 (97%) 61 (71%) 19 (22%) 6 (7%)
16 QP 82/88 (93%) 48 (58%) 23 (28%) 11 (13%)
16 XP 82/88 (93%) 48 (58%) 23 (28%) 11 (13%)
17 QQ 98/105 (93%) 75 (76%) 15 (15%) 8 (8%)
17 XQ 98/105 (93%) 75 (76%) 15 (15%) 8 (8%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
18 QR 68/88 (77%) 45 (66%) 15 (22%) 8 (12%) |
18 XR 68/88 (77%) 45 (66%) 15 (22%) 8 (12%)
19 QS 82/93 (88%) 47 (57%) 17 (21%) 18 (22%)
19 XS 82/93 (88%) 46 (56%) 18 (22%) 18 (22%)
20 QT 97/106 (92%) 63 (65%) 15 (16%) 19 (20%)
20 XT 97/106 (92%) 63 (65%) 15 (16%) 19 (20%)
21 QU 23/27 (85%) 15 (65%) 4 (17%) 4 (17%)
21 XU 23/27 (85%) 16 (70%) 3 (13%) 4 (17%)
27 RD 270/276 (98%) 203 (75%) 48 (18%) 19 (7%)
27 YD 270/276 (98%) 204 (76%) 47 (17%) 19 (7%)
28 RE 203/206 (98%) 120 (59%) 41 (20%) 42 (21%)
28 YE 203/206 (98%) 120 (59%) 41 (20%) 42 (21%)
29 RF 200/210 (95%) 144 (72%) 36 (18%) 20 (10%)
29 YF 200/210 (95%) 143 (72%) 37 (18%) 20 (10%)
30 RG 179/182 (98%) 119 (66%) 39 (22%) 21 (12%)
30 YG 179/182 (98%) 120 (67%) 38 (21%) 21 (12%)
31 RH 168/180 (93%) 94 (56%) 36 (21%) 38 (23%)
31 YH 168/180 (93%) 94 (56%) 36 (21%) 38 (23%)
32 RI 144/148 (97%) 102 (71%) 29 (20%) 13 (9%)
32 YI 144/148 (97%) 101 (70%) 26 (18%) 17 (12%)
33 RN 136,/140 (97%) 84 (62%) 30 (22%) 22 (16%)
33 YN 136/140 (97%) 84 (62%) 30 (22%) 22 (16%)
34 RO 120/122 (98%) 90 (75%) 21 (18%) 9 (8%)
34 YO 120/122 (98%) 90 (75%) 21 (18%) 9 (8%)
35 RP 148/150 (99%) 97 (66%) 19 (13%) 32 (22%)
35 YP 148/150 (99%) 97 (66%) 19 (13%) 32 (22%)
36 RQ 139/141 (99%) 95 (68%) 30 (22%) 14 (10%)
36 YQ 139/141 (99%) 97 (70%) 28 (20%) 14 (10%)
37 RR 116/118 (98%) 83 (72%) 19 (16%) 14 (12%)
37 YR 116/118 (98%) 82 (71%) 20 (17%) 14 (12%)
38 RS 109/112 (97%) 62 (57%) 28 (26%) 19 (17%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
38 | YS | 109/112 (97%) | 63 (58%) | 27 (25%) | 19 (17%) |
39 RT 135/146 (92%) 83 (62%) 32 (24%) 20 (15%)
39 YT 135/146 (92%) 83 (62%) 32 (24%) 20 (15%)
40 RU 115/118 (98%) 86 (75%) 20 (17%) 9 (8%)
40 YU 115/118 (98%) 86 (75%) 20 (17%) 9 (8%)
41 RV 99/101 (98%) 73 (74%) 16 (16%) 10 (10%)
41 YV 99/101 (98%) 73 (74%) 16 (16%) 10 (10%)
42 RW 111/113 (98%) 75 (68%) 22 (20%) 14 (13%)
42 YW 111/113 (98%) 75 (68%) 22 (20%) 14 (13%)
43 RX 90/96 (94%) 77 (86%) 8 (9%) 5 (6%)
43 YX 90/96 (94%) 77 (86%) 8 (9%) 5 (6%)
44 RY 100/110 (91%) 58 (58%) 16 (16%) 26 (26%)
44 YY 100/110 (91%) 57 (57%) 17 (17%) 26 (26%)
45 RZ 181/206 (88%) 126 (70%) 40 (22%) 15 (8%)
45 YZ 181/206 (88%) 125 (69%) 38 (21%) 18 (10%)
46 RO 80/85 (94%) 68 (85%) 9 (11%) 3 (4%)
46 YO0 80/85 (94%) 71 (89%) 9 (11%) 0
47 R1 95/98 (97%) 64 (67%) 20 (21%) 11 (12%)
47 Y1 95/98 (97%) 64 (67%) 20 (21%) 11 (12%)
48 R2 67/72 (93%) 46 (69%) 12 (18%) 9 (13%)
48 Y2 67/72 (93%) 47 (70%) 11 (16%) 9 (13%)
49 R3 57/60 (95%) 45 (79%) 9 (16%) 3 (5%)
49 Y3 57/60 (95%) 45 (79%) 9 (16%) 3 (5%)
50 R4 69/71 (97%) 23 (33%) 20 (29%) 26 (38%)
50 Y4 69/71 (97%) 23 (33%) 20 (29%) 26 (38%)
51 R5 57/60 (95%) 33 (58%) 9 (16%) 15 (26%)
51 Y5 57/60 (95%) 33 (58%) 9 (16%) 15 (26%)
52 R6 47/54 (87%) 15 (32%) 18 (38%) 14 (30%)
52 Y6 47/54 (87%) 15 (32%) 18 (38%) 14 (30%)
53 R7 47/49 (96%) 37 (79%) 7 (15%) 3 (6%)
53 Y7 47/49 (96%) 37 (79%) 7 (15%) 3 (6%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
54 R8 62/65 (95%) 36 (58%) 15 (24%) 11 (18%) |
o4 Y8 62/65 (95%) 36 (58%) 15 (24%) 11 (18%)
55 R9 35/37 (95%) 31 (89%) 4 (11%) 0 | |
5 | Y9 35/37 (95%) 31 (80%) | 4 (11%) 0 [100] | 100]
All All 11470/12128 (95%) | 7650 (67%) | 2346 (20%) | 1474 (13%)

5 of 1474 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 QB 6 THR
2 QB 15 VAL
2 QB 26 PRO
2 QB 84 GLU
2 QB 88 ALA

5.3.2 Protein sidechains (1)

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

resolution.

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

analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 QB 205/220 (93%) 181 (88%) 24 (12%) 50 24
2 XB 205/220 (93%) 181 (88%) 24 (12%) 58 24
3 QC 159/188 (85%) 143 (90%) 16 (10%) 78 30
3 XC 159/188 (85%) 143 (90%) 16 (10%) 78 30
4 QD 180/181 (99%) 160 (89%) 20 (11%) 64 26
4 XD 180/181 (99%) 165 (92%) 15 (8%) 111 38
5 QE 116/123 (94%) 108 (93%) 8 (7%) 151 46
5 XE 116/123 (94%) 108 (93%) 8 (7%) 151 46
6 QF 90/90 (100%) 76 (84%) 14 (16%) 201 14
6 XF 90/90 (100%) 76 (84%) 14 (16%) 14
7 QG 126/127 (99%) 114 (90%) 12 (10%) 8| 32
7 XG 126/127 (99%) 115 (91%) 11 (9%) 104 36

E

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
8 QH | 119/119 (100%) | 106 (89%) | 13 (11%) 6|
8 XH 119/119 (100%) | 106 (89%) | 13 (11%) 6|
9 QI 98/99 (99%) 87 (89%) | 11 (11%) 6|
9 X1 98/99 (99%) 87 (89%) | 11 (11%) 6|
10 QJ 89/92 (97%) 81 (91%) 8 (9%) 9|
10 XJ 89/92 (97%) 81 (91%) 8 (9%) 9
11 | QK 90/99 (91%) 81 (90%) 9 (10%)
11 | XK 90,99 (91%) 81 (90%) 9 (10%)
12 QL 104/109 (95%) 90 (86%) | 14 (14%)
12 | XL 104/109 (95%) 90 (86%) | 14 (14%)
13 | QM 97/101 (96%) 81 (84%) | 16 (16%) 2
13 | XM 97/101 (96%) 81 (84%) | 16 (16%)

14 | QN 49/50 (98%) 40 (82%) 9 (18%)
14 | XN 49/50 (98%) 44 (90%) 5 (10%)
15 | QO 79/80 (99%) 73 (92%) 6 (8%)

15 | XO 79/80 (99%) 73 (92%) 6 (8%)

16 | QP 72/74 (97%) 63 (88%) 9 (12%)
16 | XP 72/74 (97%) 63 (88%) 9 (12%)
17 | QQ 95/97 (98%) 89 (94%) 6 (6%)

17 | XQ 95/97 (98%) 89 (94%) 6 (6%)

18 | QR 61/77 (79%) 54 (88%) 7 (12%)
18 | XR 61/77 (79%) 54 (88%) 7 (12%)
19 QS 73/80 (91%) 62 (85%) | 11 (15%)
19 XS 73/80 (91%) 62 (85%) | 11 (15%)
20 | QT 76/82 (93%) 68 (90%) 8 (10%)
20 | XT 76/82 (93%) 68 (90%)

21 | QU 20/22 (91%) 19 (95%)

21 | XU 20/22 (91%) 19 (95%)

27 | RD 214/218 (98%) | 177 (83%)

27 | YD 214/218 (98%) | 177 (83%)

28 | RE 165/166 (99%) | 128 (78%)

TTTTTTTTTTTT

D E

ANK



Page 68

wwPDB X-ray Structure Validation Summary Report

4LSK

Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
28 YE 165/166 (99%) 127 (77%) |
29 RF 161/166 (97%) 140 (87%)
29 YF 161/166 (97%) 140 (87%)
30 RG 155/156 (99%) 130 (84%)
30 YG 155/156 (99%) 130 (84%)
31 RH 142/148 (96%) 114 (80%)
31 YH 142/148 (96%) 114 (80%)
32 RI 122/124 (98%) 98 (80%)
32 YI 122/124 (98%) 98 (80%)
33 RN 117/119 (98%) 98 (84%)
33 YN 117/119 (98%) 98 (84%)
34 RO 100/100 (100%) 90 (90%)
34 YO 100/100 (100%) 90 (90%)
35 RP 116/116 (100%) 89 (77%)
35 YP 116/116 (100%) 89 (77%)
36 RQ 111/111 (100%) 93 (84%)
36 YQ 111/111 (100%) 93 (84%)
37 RR 101/101 (100%) 84 (83%)
37 YR 101/101 (100%) 84 (83%)
38 RS 87/88 (99%) 74 (85%)
38 YS 87/88 (99%) 74 (85%)
39 RT 120/127 (94%) 97 (81%)
39 YT 120/127 (94%) 98 (82%)
40 RU 93/94 (99%) 80 (86%)
40 YU 93/94 (99%) 80 (86%)
41 RV 82/82 (100%) 71 (87%)
41 YV 82/82 (100%) 71 (87%)
42 RW 92/92 (100%) 77 (84%)
42 YW 92/92 (100%) 77 (84%)
43 RX 74/78 (95%) 63 (85%)
43 YX 74/78 (95%) 63 (85%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
44 RY 85/91 (93%) 70 (82%) 15 (18%) |
44 YY 85/91 (93%) 70 (82%) 15 (18%)

45 RZ 162/179 (90%) 139 (86%) 23 (14%)

45 YZ 162/179 (90%) 139 (86%) 23 (14%)

46 RO 65/67 (97%) 61 (94%) 4 (6%)

46 YO0 65/67 (97%) 59 (91%) 6 (9%)

47 R1 82/83 (99%) 67 (82%) 15 (18%)

47 Y1 82/83 (99%) 67 (82%) 15 (18%)

48 R2 64/67 (96%) 57 (89%) 7 (11%)

48 Y2 64/67 (96%) 57 (89%) 7 (11%)

49 R3 51/52 (98%) 40 (78%) 11 (22%)

49 Y3 51/52 (98%) 40 (78%) 11 (22%)

50 R4 63/63 (100%) 44 (70%) 19 (30%)

50 Y4 63/63 (100%) 44 (70%) 19 (30%)

51 R5 51/52 (98%) 39 (76%) 12 (24%)

51 Y5 51/52 (98%) 39 (76%) 12 (24%)

52 R6 48/52 (92%) 38 (79%) 10 (21%)

52 Y6 48/52 (92%) 38 (79%) 10 (21%)

53 R7 42/42 (100%) 39 (93%) 3 (%)

53 Y7 42/42 (100%) 39 (93%) 3 (7%)

o4 R8 54/55 (98%) 39 (72%) 15 (28%)

54 Y8 54/55 (98%) 39 (72%) 15 (28%)

95 R9 34/34 (100%) 32 (94%) 2 (6%) 19 51
55 Y9 34/34 (100%) 32 (94%) 2 (6%) 19 51
All All 9702/10066 (96%) | 8296 (86%) | 1406 (14%) 3 16

5 of 1406 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
27 YD 65 ILE
35 YP 144 GLU
27 YD 261 LYS
27 YD 61 LEU
31 YH 3 ARG




Page 70 wwPDB X-ray Structure Validation Summary Report 4LSK

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 99
such sidechains are listed below:

Mol | Chain | Res | Type
7 XG 28 ASN
27 YD 166 GLN
7 XG 86 GLN
13 XM 7 ASN
28 YE 135 HIS

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 QA | 1498/1522 (98%) 269 (17%) 42 (2%)
1 XA | 1499/1522 (98%) 289 (19%) 46 (3%)
22 QV 76/77 (98%) 30 (39%) 1 (1%)
22 XV 76/77 (98%) 30 (39%) 1 (1%)
23 QY 14/17 (82%) 7 (50%) 1 ("%)
23 XY 14/17 (82%) 7 (50%) 1 (7%)
24 QX 7/25 (28%) 4 (57%) 1 (14%)
24 XX 7/25 (28%) 4 (57%) 1 (14%)
25 RA | 2879/2916 (98%) 620 (21%) 66 (2%)
25 YA | 2880/2916 (98%) 623 (21%) 60 (2%)
26 RB 119/122 (97%) 24 (20%) 2 (1%)
26 YB 119/122 (97%) 24 (20%) 1 (0%)
56 76 1/3 (33%) 0 0
56 78 1/3 (33%) 0 0
All All 9190/9364 (98%) 1931 (21%) 223 (2%)

5 of 1931 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 QA 32 A
1 QA 39 G
1 QA A7 C
1 QA 48 C
1 QA 51 A

5 of 223 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
1 XA 60 A
25 YA | 2867 G
1 XA 753 A

Continued on next page...
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Mol | Chain | Res | Type
25 YA | 2776 A
25 YA 1543 A

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

4 non-standard protein/DNA/RNA residues are modelled in this entry.

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

Mol | Type | Chain | Res | Link Countl3 Orgil\/llgrzlgtijZ | > 2 CountsBorPl{(li\/[nglgle%Z | > 2
56 | PPU 78 76 | 57,56 | 32,40,41 | 2.55 | 6 (18%) | 33,57,60 | 2.15 | 5 (15%)
23 | IMG | XY | 37 | 23 182627 | 219 | 2 (11%) | 19,3942 | 1.55 | 4 (21%)
o6 PPU 76 76 | 56,25 | 32,4041 | 2.55 6 (18%) | 33,57,60 | 2.15 5 (15%)
23 | IMG | QY 37 23 18,2627 | 218 | 2 (11%) | 19,3942 | 1.56 | 4 (21%)

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
56 | PPU 78 76 | 57,56 - 2/21/43/44 | 0/4/4/4
23 | IMG XY 37 23 - 0/3/25/26 | 0/3/3/3
56 | PPU 76 76 | 56,25 - 2/21/43/44 | 0/4/4/4
23 | IMG QY 37 23 - 0/3/25/26 | 0/3/3/3

The worst 5 of 16 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
56 78 76 | PPU 0-C 9.30 1.41 1.23
56 76 76 | PPU 0-C 9.27 1.41 1.23
23 QY 37 | IMG | C2-N2 | 7.38 1.47 1.34
23 XY 37 | IMG | C2-N2 | 7.35 1.47 1.34
56 76 76 | PPU | C9-N6 | -5.95 1.32 1.45
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The worst 5 of 18 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
o6 78 76 | PPU | C3-N3’-C | -8.60 110.23 123.21
o6 76 76 | PPU | C3-N3-C | -8.58 110.27 123.21
o6 78 76 | PPU | N3-C2-N1 | -4.71 121.31 128.68
o6 76 76 | PPU | N3-C2-N1 | -4.68 121.36 128.68
o6 76 76 | PPU | CA-C-N3’" | 4.05 121.77 116.15

There are no chirality outliers.

All (4) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
56 76 76 | PPU | O-C-CA-N
56 78 76 | PPU | O-C-CA-N
56 76 76 | PPU | N3’-C-CA-N
56 78 76 | PPU | N3’-C-CA-N

There are no ring outliers.

2 monomers are involved in 12 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
56 78 76 | PPU 5 0
56 76 76 | PPU 7 0

5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

Of 680 ligands modelled in this entry, 678 are monoatomic - leaving 2 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond
length (or angle) is the number of standard deviations the observed value is removed from the
expected value. A bond length (or angle) with |Z] > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " 'RMSZ | #(7] > 2| Counts | RMSZ | #]7] > 2
58 | PAR XA 1675 - 45,4545 | 1.50 6 (13%) | 64,6767 | 1.34 5 (7%)
58 | PAR QA | 1666 - 45,4545 | 1.48 7 (15%) | 64,67,67 | 1.39 9 (14%)

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
58 | PAR XA 1675 - - 6/18/94/94 | 0/4/4/4
58 | PAR QA | 1666 - - 8/18/94/94 | 0/4/4/4

The worst 5 of 13 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
58 QA 1666 | PAR | C64-C54 | 5.24 1.59 1.52
58 XA | 1675 | PAR | C64-C54 | 4.90 1.58 1.52
58 QA | 1666 | PAR | C52-C42 | 3.13 1.58 1.52
58 XA | 1675 | PAR | C52-C42 | 2.96 1.58 1.52
58 XA | 1675 | PAR | O54-C14 | 2.86 1.49 1.41

The worst 5 of 14 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
o8 XA 1675 | PAR | O33-C14-C24 | 4.67 116.27 108.22
o8 XA 1675 | PAR | C14-O54-C54 | 4.34 122.20 113.69
o8 QA 1666 | PAR | 052-C13-C23 | 3.84 115.91 107.96
o8 QA 1666 | PAR | C14-054-C54 | 3.82 121.18 113.69
o8 QA 1666 | PAR | 033-C14-C24 | 3.77 114.70 108.22

There are no chirality outliers.

5 of 14 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
58 QA 1666 | PAR | C44-Cb54-C64-N64
58 QA 1666 | PAR | O54-C54-C64-N64
58 QA 1666 | PAR | O51-C51-C61-061
58 XA 1675 | PAR | O51-C51-C61-061
58 QA 1666 | PAR | C41-C51-C61-061

There are no ring outliers.
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1 monomer is involved in 1 short contact:

Chain Type | Clashes | Symm-Clashes
XA PAR 1 0

Mol
58

Res
1675

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.
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Ligand PAR QA 1666
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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 QA | 1500/1522 (98%) 0.23 45 (3%) 50 47 | 43,89, 165, 301 0
1 XA | 1500/1522 (98%) 0.12 34 (2%) 60 56 33, 76, 161, 285 0
2 QB 237/256 (92%) 0.60 27 (11%) |5 | 6 74, 140, 206, 264 0
2 XB 237/256 (92%) 0.50 18 (7%) 113 1151 | 68, 121, 186, 246 0
3 QC 205,239 (85%) 0.57 12 (5%) 22| 22 | 66, 125, 179, 210 0
3 XC 205,239 (85%) 0.20 2 (0%) | 82/ | 78 46, 95, 150, 198 0
4 | QD 208,209 (99%) 0.24 4 (1%) 66 63 47,92, 146, 223 0
4 | XD 208,/209 (99%) 0.34 6 (2%) 51 48 45, 96, 162, 182 0
5 QE 151/162 (93%) 0.39 5(3%) 46 43 42, 101, 170, 220 0
5 XE 151/162 (93%) 0.23 5(3%) 46 43 35, 84, 142, 186 0
6 QF 101/101 (100%) 0.34 2 (1%) 65 61 40, 90, 127, 156 0
6 XF 101/101 (100%) 0.35 3(2%) 50 47 38, 84, 127, 150 0
7 | QG 155,156 (99%) 0.62 15 (9%) |71 19 56, 121, 175, 232 0
7 | XG 155,/156 (99%) 0.47 13 (8%) |11} 113 51, 93, 148, 196 0
8 QH 138,138 (100%) 0.27 3(2%) 62 58 51, 100, 142, 160 0
8 | XH 138,/138 (100%) 0.14 0 | 51, 89, 134, 187 0
9 QI 127/128 (99%) 0.95 17 71, 131, 189, 204 0
9 XI 127/128 (99%) 0.47 7 (5%) 25 24 46, 112, 165, 221 0
10 | QJ 99,/105 (94%) 1.38 34 (34%) mlﬂ 80, 153, 212, 237 0
10 | XJ 99/105 (94%) 0.95 13 (13%) 42, 120, 186, 217 0
11 | QK 119/129 (92%) 0.75 9 (7%) 113} 15 42, 89, 165, 231 0
11 | XK 119/129 (92%) 0.37 7 (5%) 22 |22 49, 81, 135, 193 0
12 | QL 125,132 (94%) 0.53 8 (6%) 19 19 40, 83, 150, 208 0
12 | XL 125/132 (94%) 0.24 5(4%) 38 35 29, 68, 134, 239 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 | QM 121/126 (96%) 0.86 15 (12%) 52, 130, 190, 269 0
13 | XM 121/126 (96%) 0.44 6 (4%) 28 27 43, 98, 161, 256 0
14 | QN 60,/61 (98%) 1.01 9 (15%) 72,121, 165, 182 | 0
14 | XN 60/61 (98%) 0.47 3(5%) 28 27 38, 87, 148, 182 0
15 | QO 88/89 (98%) 0.39 5(5%) 23 22 48, 95, 154, 187 0
15 | XO 88/89 (98%) 0.25 3(3%) 45 42 43, 82, 128, 167 0
16 | QP 84/88 (95%) 0.35 3(3%) 42 40 44, 86, 146, 195 0
16 | XP 84/88 (95%) 0.30 2 (2%) 59 55 46, 92, 133, 208 0
17 | QQ 100/105 (95%) 0.43 4 (4%) 38 35 63, 94, 151, 215 0
17 | XQ 100/105 (95%) 0.30 2 (2%) 65 61 45, 95, 148, 188 0
18 | QR 70/88 (79%) 0.35 4 (5%) 23 22 45, 85, 146, 166 0
18 | XR 70/88 (79%) 0.24 1(1%) 75 71 35, 81, 137, 153 0
19 QS 84/93 (90%) 1.10 17 (20%) 82, 137, 196, 229 0
19 | XS 84/93 (90%) 0.39 3(3%) 42 40 53, 96, 156, 198 0
20 | QT 99/106 (93%) 0.50 4 (4%) 38 35 55, 103, 165, 201 0
20 | XT 99/106 (93%) 0.41 4 (4%) 38 35 50, 101, 158, 190 0
21 QU 25/27 (92%) 2.09 9 (36%) mlm 66, 117, 146, 190 0
21 | XU 25/27 (92%) 1.46 4 (16%) 61, 89, 133, 169 0
22 | QV 77/77 (100%) 0.47 5(6%) 18 |19 49, 99, 152, 188 0
22 | XV 77/77 (100%) 0.46 2 (2%) 56 52 43, 82, 137, 198 0
23 | QY 14/17 (82%) 0.79 85, 123, 178, 179 0
23 | XY 14/17 (82%) 0.92 66, 108, 141, 145 0
24 | QX 8/25 (32%) 1.59 68, 91, 144, 227 0
24 | XX 8/25 (32%) 1.16 51, 69, 129, 197 0
25 | RA | 2882/2916 (98%) 0.24 32, 68, 203, 342 0
25 | YA | 2883/2916 (98%) 0.02 21, 52, 190, 313 0
26 | RB 120/122 (98%) 0.40 62, 105, 144, 172 0
2 | YB 120/122 (98%) -0.11 43, 68, 101, 139 0
27 | RD 272/276 (98%) 0.02 32, 60, 102, 187 0
27 | YD 272/276 (98%) 0.09 11, 55, 94, 228 0
28 | RE 205,206 (99%) 0.24 30, 74, 135, 220 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
28 YE 205/206 (99%) 0.05 4 (1%) 65 61 20, 58, 130, 245 0
29 RF 202/210 (96%) 0.12 5(2%) 57 53 27, 82, 150, 199 0
29 YF 202,210 (96%) -0.12 17, 58, 119, 164 0
30 RG 181/182 (99%) 2.10 58, 182, 252, 270 0
30 | YG 181/182 (99%) 1.24 52, 114, 185, 251 0
31 RH 170/180 (94%) 1.20 71, 144, 203, 244 0
31 YH 170/180 (94%) 0.42 9 (5%) 26 25 41, 86, 147, 171 0
32 RI 146,/148 (98%) 0.45 12 (8%) m 13 47, 100, 170, 202 0
32 YI 146,/148 (98%) 0.22 6 (4%) 37 35 43, 98, 153, 180 0
33 RN 138/140 (98%) 0.22 4 (2%) 51 48 43, 83, 138, 196 0
33 YN 138/140 (98%) 0.02 1( 29, 60, 118, 171 0
34 RO 122/122 (100%) 0.19 1( 21, 75, 123, 179 0
34 | YO 122/122 (100%) -0.19 0 18, 59, 94, 134 0
35 RP 150/150 (100%) 0.55 21, 86, 180, 219 0
35 YP 150/150 (100%) 0.18 4 ( 14, 67, 136, 235 0
36 RQ 141/141 (100%) 0.40 9 (6%) 119 19 45, 88, 145, 231 0
36 YQ 141/141 (100%) 0.04 3(2%) 63 60 24, 65, 135, 196 0
37 RR 118/118 (100%) -0.03 1 (0%) |86 82 38, 69, 130, 147 0
37 | YR 118/118 (100%) -0.19 0 f100]f 100 26, 55, 91, 142 0
38 RS 111/112 (99%) 0.38 3(2%) 54 51 49, 104, 167, 222 0
38 YS 111/112 (99%) -0.00 2 (1%) 68 64 39, 71, 123, 181 0
39 RT 137/146 (93%) 0.39 13 (9%) 181110 42, 86, 185, 226 0
39 YT 137/146 (93%) 0.06 5(3%) 42 40 25, 70, 160, 220 0
40 RU 117/118 (99%) 0.22 2 (1%) 70 66 31, 69, 130, 222 0
40 YU 117/118 (99%) 0.02 3(2%) 56 52 21, 50, 107, 201 0
41 RV 101/101 (100%) 0.19 3(2%) 50 47 44, 92, 155, 249 0
41 YV 101/101 (100%) 0.34 4 (3%) 38 35 26, 71, 136, 264 0
42 | RW 113/113 (100%) 0.05 2 (1%) 68 64 31, 63, 128, 188 0
42 | YW 113/113 (100%) -0.08 1 (0%) |84] 80 17, 54, 114, 186 0
43 RX 92/96 (95%) 0.15 1(1%) 80| 76 41, 78, 122, 150 0
43 YX 92/96 (95%) -0.06 0f1o0]f 100} 28, 56, 92, 122 0
Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
44 RY 102/110 (92%) 1.04 20 (19%) 50, 106, 193, 237 0
4 | YY 102/110 (92%) 0.43 8 (7%) {13115 39, 82, 158, 234 0
45 RZ 183/206 (88%) 0.76 20 (10%) 56, 124, 189, 247 0
45 YZ 183/206 (88%) 0.26 12 (6%) |18 | 18 41, 86, 169, 257 0
46 RO 82/85 (96%) -0.03 1 (1%) 79| 74 42,72, 103, 131 0
46 Y0 82/85 (96%) -0.32 0 f100fJ100 26, 49, 80, 99 0
47 R1 97/98 (98%) 0.74 7 (%) |15 |17 34, 75, 194, 262 0
47 Y1 97/98 (98%) 0.49 7 (%) |15 |17 27, 61, 143, 210 0
48 R2 69/72 (95%) 0.18 0 J100] {100 48, 94, 168, 184 0
48 Y2 69,72 (95%) 0.06 1(1%) 75 71 22, 66, 131, 195 0
49 | R3 59/60 (98%) 0.73 6 (10%) 42, 90, 161, 183 0
49 Y3 59/60 (98%) 0.07 2 (3%) 45 42 33, 61, 113, 179 0
50 R4 71/71 (100%) 2.17 30 (42%) 129, 204, 273, 302 0
50 Y4 71/71 (100%) 1.56 21 (29%) 84, 166, 258, 313 0
51 R5 59/60 (98%) 0.81 11 (18%) 25, 73, 191, 257 0
51 Y5 59/60 (98%) 0.56 7 (11%) 28, 62, 189, 319 0
52 R6 49/54 (90%) 1.94 22 (44%) 66, 147, 198, 224 0
52 Y6 49/54 (90%) 1.66 21 (42%) 59, 116, 196, 225 0
53 R7 49/49 (100%) 0.13 1(2%) 65 27, 55, 129, 235 0
53 Y7 49/49 (100%) -0.10 2 (4%) 37 35 23, 42, 102, 186 0
54 RS 64/65 (98%) 0.45 3(4%) 31 30 34, 73, 129, 210 0
54 Y8 64,65 (98%) 0.16 3 ( 24, 56, 101, 237 0
55 R9 37/37 (100%) 1.56 8 64, 96, 157, 235 0
55 Y9 37/37 (100%) 1.24 4 48, 83, 136, 176 0
56 76 2/3 (66%) 1.63 77,77, 77, 77 0
56 73 2/3 (66%) 1.17 51, 51, 51, 60 0
All | Al | 20873/21492 (97%) 0.31 1170 (5%) 24 23 | 11,79, 179, 342 0

The worst 5 of 1170 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
25 RA 1058 G 15.2
11 QK 129 | SER 14.9

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
28 YE 205 | ALA 13.6
40 RU 118 | GLY 13.0
25 RA 1060 U 12.9

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

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. The B-factors column lists the minimum,
median, 95" percentile and maximum values of B factors of atoms in the group. The column

labelled ‘Q< 0.9’ lists the number of atoms with occupancy less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
o6 PPU 76 76 37/38 0.83 0.36 73,73,73,73 0
o6 PPU 78 76 37/38 0.86 0.35 70,70,70,70 0
23 1IMG QY 37 24/25 0.91 0.22 86,86,86,86 0
23 1IMG XY 37 24/25 0.94 0.17 62,62,62,62 0

6.3 Carbohydrates (i)

There are no monosaccharides in this entry.

6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. The B-factors column lists the minimum,
median, 95" percentile and maximum values of B factors of atoms in the group. The column

labelled ‘Q< 0.9’ lists the number of atoms with occupancy less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG RA 3130 1/1 0.07 0.30 94,94,94,94 0
57 | MG | QH | 201 | 1/1 028 | 021 | 74,74,74.74 0
57 MG RA | 3115 1/1 0.41 0.30 A7 47,4747 0
57 MG QA | 1657 1/1 0.43 0.28 | 108,108,108,108 0
57 | MG | QA | 1625 | 1/1 043 | 0.32 | 94049494 0
57 MG RA 3139 1/1 0.44 0.53 51,51,51,51 0
97 MG YA 3085 1/1 0.45 0.58 65,65,65,65 0
o7 MG YA 3167 1/1 0.47 0.37 42.,42.42.42 0
57 MG QA 1608 1/1 0.50 0.31 68,68,68,68 0
57 MG RA | 3163 1/1 0.50 0.35 79,79,79,79 0
o7 MG XA 1654 1/1 0.52 0.34 58,58,58,58 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
o7 MG YA | 3122 1/1 0.53 0.48 95,95,95,95 0
o7 MG YA | 3129 1/1 0.54 0.32 38,38,38,38 0
o7 MG YA | 3132 1/1 0.60 0.38 49,49,49,49 0
57 MG XA | 1657 1/1 0.61 0.54 48,48,48,48 0
o7 MG RA | 3084 1/1 0.61 0.23 27,27,27,27 0
57 MG XA | 1658 1/1 0.62 0.59 61,61,61,61 0
57 MG RA | 3204 1/1 0.62 0.28 63,63,63,63 0
o7 MG YA | 3107 1/1 0.63 0.31 41,41,41,41 0
o7 MG YA | 3210 1/1 0.63 0.20 47.47,47,47 0
57 MG RA | 3120 1/1 0.64 0.38 89,89,89,89 0
57 MG RA | 3156 1/1 0.64 0.29 22,22,22,22 0
o7 MG YA | 3206 1/1 0.65 0.47 65,65,65,65 0
57 MG RA | 3228 1/1 0.65 0.42 91,91,91,91 0
57 MG YA | 3177 1/1 0.66 0.43 71,71,71,71 0
o7 MG RA | 3194 1/1 0.66 0.31 96,96,96,96 0
57 MG RA | 3101 1/1 0.66 0.30 43,43,43,43 0
o7 MG RA | 3193 1/1 0.67 0.26 | 114,114,114,114 0
o7 MG RA | 3168 1/1 0.67 0.23 43,43,43,43 0
57 MG QA | 1649 1/1 0.69 0.22 60,60,60,60 0
o7 MG RA | 3200 1/1 0.69 0.25 36,36,36,36 0
57 MG QX 101 1/1 0.69 0.25 67,67,67,67 0
57 MG QA | 1643 1/1 0.69 0.26 61,61,61,61 0
57 MG RA | 3221 1/1 0.70 0.52 55,55,55,55 0
57 MG QA | 1655 1/1 0.70 0.27 48,48,48,48 0
o7 MG YA | 3141 1/1 0.71 0.38 79,79,79,79 0
o7 MG YA | 3155 1/1 0.71 0.31 48,48,48,48 0
o7 MG XA | 1608 1/1 0.72 0.27 60,60,60,60 0
o7 MG QF 201 1/1 0.72 0.48 62,62,62,62 0
o7 MG RA | 3218 1/1 0.72 0.14 85,85,85,85 0
57 MG YA | 3166 1/1 0.73 0.64 55,55,55,55 0
57 MG RA | 3223 1/1 0.74 0.49 88,88,88,88 0
57 MG YA | 3106 1/1 0.76 0.18 3,3,3,3 0
57 MG XA | 1664 1/1 0.76 0.36 84,84,84,84 0
57 MG QA | 1628 1/1 0.76 0.25 41,41,41,41 0
o7 MG YB 202 1/1 0.76 0.18 52,52,52,52 0
o7 MG RA | 3062 1/1 0.77 0.20 59,59,59,59 0
57 MG YA | 3117 1/1 0.77 0.26 46,46,46,46 0
57 MG XA | 1629 1/1 0.77 0.15 44,44,44,44 0
57 MG YA | 3162 1/1 0.77 0.21 19,19,19,19 0
o7 MG YA | 3242 1/1 0.77 0.34 58,58,58,58 0
o7 MG YA | 3245 1/1 0.77 0.25 28,28,28,28 0
o7 MG XA ] 1648 1/1 0.77 0.24 30,30,30,30 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG RA | 3118 1/1 0.78 0.28 49,49,49.,49 0
57 MG YA | 3151 1/1 0.78 0.21 38,38,38,38 0
o7 MG RA | 3091 1/1 0.78 0.42 65,65,65,65 0
o7 MG XA | 1673 1/1 0.78 0.49 56,56,56,56 0
o7 MG QA | 1654 1/1 0.78 0.21 69,69,69,69 0
o7 MG QA | 1637 1/1 0.78 0.30 66,66,66,66 0
59 ZN XN 101 1/1 0.78 0.22 | 103,103,103,103 0
57 MG RA | 3177 1/1 0.79 0.25 A7.47,47.47 0
57 MG YA | 3191 1/1 0.79 0.21 22,22,22,22 0
o7 MG RA | 3209 1/1 0.79 0.14 23,23,23,23 0
57 MG RA | 3138 1/1 0.79 0.27 17,17,17,17 0
o7 MG YA | 3016 1/1 0.80 0.21 20,20,20,20 0
o7 MG QA | 1661 1/1 0.80 0.12 41,41,41,41 0
57 MG YA | 3153 1/1 0.80 0.38 33,33,33,33 0
57 MG RA | 3188 1/1 0.80 0.20 53,53,53,53 0
57 MG RA | 3199 1/1 0.80 0.43 72,72,72,72 0
o7 MG RA | 3157 1/1 0.81 0.24 48,48,48,48 0
57 MG YA | 3185 1/1 0.81 0.25 34,34,34,34 0
o7 MG RA | 3210 1/1 0.81 0.14 51,51,51,51 0
o7 MG QA | 1617 1/1 0.81 0.62 50,50,50,50 0
57 MG YA | 3118 1/1 0.81 0.33 33,33,33,33 0
57 MG YA | 3218 1/1 0.81 0.20 47.47,47.47 0
57 MG RA | 3233 1/1 0.81 0.34 42,42,42 42 0
57 MG YA | 3072 1/1 0.81 0.32 15,15,15,15 0
o7 MG RA | 3241 1/1 0.81 0.23 36,36,36,36 0
o7 MG YA | 3175 1/1 0.81 0.13 42,42,42 42 0
57 MG YA | 3262 1/1 0.82 0.37 24,24,24,24 0
57 MG QA | 1618 1/1 0.82 0.30 42,42.42 42 0
59 ZN R9 101 1/1 0.82 0.09 | 112,112,112,112 0
57 MG YA | 3250 1/1 0.82 0.27 37,37,37,37 0
57 MG RA | 3179 1/1 0.83 0.28 29,29,29,29 0
o7 MG RA | 3180 1/1 0.83 0.29 33,33,33,33 0
o7 MG YA | 3230 1/1 0.83 0.14 35,35,35,35 0
57 MG XA | 1620 1/1 0.83 0.21 30,30,30,30 0
57 MG XA ] 1668 1/1 0.83 0.19 30,30,30,30 0
57 MG RA | 3135 1/1 0.83 0.28 55,55,55,55 0
o7 MG XA | 1638 1/1 0.83 0.37 91,91,91,91 0
57 MG RA | 3171 1/1 0.83 0.18 46,46,46,46 0
o7 MG XA | 1649 1/1 0.83 0.35 48,48,48,48 0
o7 MG RA | 3122 1/1 0.83 0.28 29,29,29,29 0
57 MG XA | 1662 1/1 0.84 0.10 A47.47,47.47 0
57 MG RA | 3133 1/1 0.84 0.13 51,51,51,51 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG QA | 1624 1/1 0.84 0.27 58,58,58,58 0
57 MG QA | 1664 1/1 0.84 0.26 35,35,35,35 0
57 MG RA | 3103 1/1 0.84 0.17 26,26,26,26 0
57 MG QM 201 1/1 0.84 0.13 66,66,66,66 0
57 MG XA | 1651 1/1 0.85 0.40 59,59,59,59 0
o7 MG RA | 3222 1/1 0.85 0.27 50,50,50,50 0
o7 MG YA | 3238 1/1 0.85 0.97 | 154,154,154,154 0
57 MG YA | 3168 1/1 0.85 0.30 52,52,52,52 0
57 MG RA | 3075 1/1 0.85 0.14 39,39,39,39 0
57 MG RA | 3226 1/1 0.85 0.29 38,38,38,38 0
57 MG XA | 1661 1/1 0.85 0.21 28,28,28,28 0
57 MG RA | 3172 1/1 0.85 0.28 31,31,31,31 0
o7 MG RA | 3220 1/1 0.85 0.37 58,58,58,58 0
o7 MG RA | 3170 1/1 0.85 0.18 41,41,41,41 0
57 MG XA | 1614 1/1 0.86 0.24 57,57,57,57 0
o7 MG XA | 1666 1/1 0.86 0.09 61,61,61,61 0
57 MG RA | 3161 1/1 0.86 0.25 33,33,33,33 0
57 MG YA | 3164 1/1 0.86 0.27 22,22,22,22 0
o7 MG YA | 3232 1/1 0.86 0.27 28,28,28,28 0
o7 MG XA | 1656 1/1 0.86 0.21 45,45,45,45 0
57 MG YA | 3124 1/1 0.86 0.16 16,16,16,16 0
57 MG YA | 3127 1/1 0.86 0.17 13,13,13,13 0
57 MG YA | 3172 1/1 0.86 0.18 48,48,48,48 0
57 MG YA | 3251 1/1 0.86 0.35 60,60,60,60 0
o7 MG RA | 3134 1/1 0.86 0.16 42,42,42 42 0
o7 MG RA | 3189 1/1 0.86 0.28 33,33,33,33 0
o7 MG YP 201 1/1 0.86 0.19 | 153,153,153,153 0
57 MG QA | 1638 1/1 0.86 0.21 54,54,54,54 0
57 MG RA | 3126 1/1 0.86 0.58 39,39,39,39 0
57 MG YA | 3235 1/1 0.87 0.15 37,37,37,37 0
57 MG XA | 1641 1/1 0.87 0.20 17,17,17,17 0
o7 MG RA | 3206 1/1 0.87 0.32 26,26,26,26 0
o7 MG XA ] 1611 1/1 0.87 0.20 8,8,8,8 0
o7 MG RA | 3127 1/1 0.87 0.23 36,36,36,36 0
57 MG YA | 3193 1/1 0.87 0.32 35,35,35,35 0
57 MG RA | 3185 1/1 0.87 0.34 45,45,45,45 0
57 MG YA | 3265 1/1 0.87 0.23 36,36,36,36 0
57 MG YB 201 1/1 0.87 0.21 51,51,51,51 0
57 MG RA | 3159 1/1 0.87 0.25 40,40,40,40 0
o7 MG YA | 3146 1/1 0.87 0.25 40,40,40,40 0
o7 MG YP 202 1/1 0.87 0.19 31,31,31,31 0
58 | PAR QA | 1666 | 42/42 0.87 0.30 84,84,84,84 0

Continued on next page...



Page 84

wwPDB X-ray Structure Validation Summary Report

4LSK

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
58 | PAR XA | 1675 | 42/42 0.87 0.33 74,74,74,74 0
57 MG RO 101 1/1 0.87 0.18 32,32,32,32 0
57 MG YA | 3174 1/1 0.87 0.13 27,27,27,27 0
57 MG YA | 3154 1/1 0.88 0.24 38,38,38,38 0
57 MG YA | 3220 1/1 0.88 0.20 53,53,53,53 0
o7 MG YA | 3223 1/1 0.88 0.34 42,42,42 42 0
o7 MG RA | 3162 1/1 0.88 0.17 39,39,39,39 0
57 MG YA | 3157 1/1 0.88 0.23 49,49,49.,49 0
57 MG RD 301 1/1 0.88 0.30 38,38,38,38 0
57 MG RR 202 1/1 0.88 0.18 20,20,20,20 0
57 MG RA | 3142 1/1 0.88 0.17 59,59,59,59 0
o7 MG YA | 3243 1/1 0.88 0.27 32,32,32,32 0
o7 MG RA | 3195 1/1 0.88 0.36 85,85,85,85 0
o7 MG RA | 3008 1/1 0.88 0.24 47,4747 47 0
57 MG RA | 3026 1/1 0.88 0.11 3,3,3,3 0
o7 MG QA | 1650 1/1 0.88 0.12 27,27,27,27 0
57 MG QA | 1601 1/1 0.88 0.32 58,58,58,58 0
57 MG RA | 3207 1/1 0.88 0.36 | 105,105,105,105 0
o7 MG RA | 3229 1/1 0.88 0.28 41,41,41,41 0
o7 MG YA | 3012 1/1 0.88 0.36 5,9,9,5 0
57 MG YA | 3150 1/1 0.88 0.14 31,31,31,31 0
57 MG YA | 3195 1/1 0.88 0.24 44,44,44 44 0
57 MG RA | 3191 1/1 0.88 0.25 38,38,38,38 0
57 MG RA | 3235 1/1 0.88 0.35 29,29,29,29 0
o7 MG YA | 3213 1/1 0.88 0.09 31,31,31,31 0
o7 MG YA | 3226 1/1 0.89 0.17 20,20,20,20 0
o7 MG RA | 3009 1/1 0.89 0.16 26,26,26,26 0
57 MG RA | 3131 1/1 0.89 0.27 31,31,31,31 0
57 MG YA | 3234 1/1 0.89 0.17 28,28,28,28 0
57 MG XA ] 1628 1/1 0.89 0.10 19,19,19,19 0
o7 MG QA | 1636 1/1 0.89 0.10 34,34,34,34 0
o7 MG XA | 1665 1/1 0.89 0.32 46,46,46,46 0
57 MG RA | 3217 1/1 0.89 0.12 49,49,49,49 0
o7 MG RA | 3183 1/1 0.89 0.38 44,44,44 44 0
57 MG YA | 3248 1/1 0.89 0.13 32,32,32,32 0
57 MG XA ] 1670 1/1 0.89 0.22 79,79,79,79 0
57 MG YA | 3143 1/1 0.89 0.29 66,66,66,66 0
57 MG YA | 3253 1/1 0.89 0.34 25,25,25,25 0
57 MG RA | 3184 1/1 0.89 0.28 42,42,42 42 0
o7 MG RF 301 1/1 0.89 0.21 65,65,65,65 0
o7 MG RA | 3044 1/1 0.89 0.30 37,37,37,37 0
57 MG YA | 3152 1/1 0.89 0.14 43,43,43,43 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG YA | 3054 1/1 0.89 0.17 3,3,3,3 0
57 MG XA ] 1652 1/1 0.89 0.25 64,64,64,64 0
57 MG RA | 3002 1/1 0.89 0.31 41,41,41,41 0
57 MG YA | 3219 1/1 0.89 0.19 33,33,33,33 0
57 MG RA | 3205 1/1 0.89 0.22 54,54,54,54 0
o7 MG QA | 1632 1/1 0.89 0.23 40,40,40,40 0
o7 MG RA | 3211 1/1 0.90 0.26 38,38,38,38 0
57 MG QA | 1612 1/1 0.90 0.28 18,18,18,18 0
57 MG RA | 3151 1/1 0.90 0.13 22,22,22.22 0
57 MG RA | 3014 1/1 0.90 0.23 3,3,3,3 0
57 MG YA | 3139 1/1 0.90 0.21 33,33,33,33 0
57 MG YA | 3176 1/1 0.90 0.11 32,32,32,32 0
o7 MG QA | 1629 1/1 0.90 0.13 47.47,47.47 0
o7 MG RA | 3039 1/1 0.90 0.10 14,14,14,14 0
57 MG YA | 3246 1/1 0.90 0.36 29,29,29,29 0
o7 MG YA | 3186 1/1 0.90 0.33 44,44,44 44 0
57 MG RA | 3160 1/1 0.90 0.18 42,42,42 42 0
57 MG YA | 3069 1/1 0.90 0.28 13,13,13,13 0
o7 MG QA | 1656 1/1 0.90 0.20 | 100,100,100,100 0
o7 MG YA | 3082 1/1 0.90 1.03 80,80,80,80 0
57 MG YA | 3209 1/1 0.90 0.15 29,29,29,29 0
57 MG RA | 3049 1/1 0.90 0.11 14,14,14,14 0
57 MG RA | 3057 1/1 0.90 0.41 34,34,34,34 0
57 MG RA | 3059 1/1 0.90 0.21 15,15,15,15 0
o7 MG YA | 3108 1/1 0.90 0.41 20,20,20,20 0
o7 MG XA | 1663 1/1 0.90 0.27 35,35,35,35 0
o7 MG YA | 3221 1/1 0.90 1.00 42,42,42 42 0
57 MG XA | 1634 1/1 0.90 0.20 43,43,43,43 0
59 ZN XD 301 1/1 0.90 0.27 45,45,45,45 0
57 MG QA | 1626 1/1 0.90 0.17 29,29,29,29 0
o7 MG XA | 1659 1/1 0.91 0.21 41,41,41,41 0
o7 MG YA | 3149 1/1 0.91 0.20 25,25,25,25 0
o7 MG YA | 3241 1/1 0.91 0.20 39,39,39,39 0
o7 MG RA | 3238 1/1 0.91 0.19 31,31,31,31 0
57 MG RA | 3068 1/1 0.91 0.20 37,37,37,37 0
57 MG QA | 1647 1/1 0.91 0.28 58,58,58,58 0
57 MG RA | 3224 1/1 0.91 0.16 40,40,40,40 0
57 MG QA | 1603 1/1 0.91 0.40 22,22,22,22 0
57 MG YA | 3110 1/1 0.91 0.25 11,11,11,11 0
o7 MG RA | 3165 1/1 0.91 0.44 43,43,43,43 0
o7 MG QA | 1619 1/1 0.91 0.16 43,43,43,43 0
57 MG YA | 3254 1/1 0.91 0.31 11,11,11,11 0

Continued on next page...



Page 86

wwPDB X-ray Structure Validation Summary Report

4LSK

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG YA | 3163 1/1 0.91 0.21 29,29,29,29 0
57 MG RA | 3182 1/1 0.91 0.31 55,55,55,55 0
57 MG YA | 3266 1/1 0.91 0.22 11,11,11,11 0
57 MG XA ] 1672 1/1 0.91 0.10 23,23,23,23 0
57 MG RA | 3143 1/1 0.91 0.18 30,30,30,30 0
o7 MG XA ] 1618 1/1 0.91 0.28 33,33,33,33 0
o7 MG YA | 3224 1/1 0.91 0.10 35,35,35,35 0
57 MG XA | 1619 1/1 0.91 0.25 33,33,33,33 0
57 MG YA | 3229 1/1 0.91 0.18 20,20,20,20 0
57 MG YA | 3038 1/1 0.91 0.25 4,444 0
57 MG RA | 3236 1/1 0.91 0.25 34,34,34,34 0
o7 MG XA | 1621 1/1 0.91 0.35 32,32,32,32 0
o7 MG YA | 3217 1/1 0.92 0.24 38,38,38,38 0
o7 MG QA | 1644 1/1 0.92 0.14 36,36,36,36 0
57 MG RA | 3145 1/1 0.92 0.27 14,14,14,14 0
57 MG RA | 3148 1/1 0.92 0.23 39,39,39,39 0
57 MG XA | 1627 1/1 0.92 0.10 24,24,24.24 0
57 MG RA | 3104 1/1 0.92 0.11 6,6,6,6 0
o7 MG RA | 3227 1/1 0.92 0.12 64,64,64,64 0
o7 MG RA | 3174 1/1 0.92 0.15 26,26,26,26 0
57 MG RA | 3010 1/1 0.92 0.15 48,48,48,48 0
57 MG YA | 3158 1/1 0.92 0.18 16,16,16,16 0
57 MG RA | 3178 1/1 0.92 0.16 30,30,30,30 0
57 MG YA | 3075 1/1 0.92 0.13 23,23,23,23 0
o7 MG XA | 1642 1/1 0.92 0.18 37,37,37,37 0
o7 MG YA | 3236 1/1 0.92 0.21 40,40,40,40 0
o7 MG RA | 3116 1/1 0.92 0.21 2,2,2,2 0
57 MG QA | 1662 1/1 0.92 0.11 63,63,63,63 0
57 MG RA | 3055 1/1 0.92 0.22 21,21,21,21 0
57 MG RA | 3239 1/1 0.92 0.38 24,24,24.24 0
57 MG RA | 3121 1/1 0.92 0.27 45,45,45,45 0
o7 MG RB 202 1/1 0.92 0.10 46,46,46,46 0
57 MG QA | 1658 1/1 0.92 0.13 52,52,52,52 0
o7 MG YA | 3249 1/1 0.92 0.21 34,34,34,34 0
57 MG RE 302 1/1 0.92 0.10 11,11,11,11 0
57 MG YA | 3179 1/1 0.92 0.10 40,40,40,40 0
57 MG YA | 3252 1/1 0.92 0.36 41,41,41,41 0
57 MG YA | 3184 1/1 0.92 0.20 35,35,35,35 0
o7 MG RA | 3212 1/1 0.92 0.18 37,37,37,37 0
o7 MG RA | 3213 1/1 0.92 0.13 44,44,44 44 0
o7 MG YA | 3187 1/1 0.92 0.13 19,19,19,19 0
57 MG RA | 3216 1/1 0.92 0.10 31,31,31,31 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG XA ] 1606 1/1 0.92 0.28 29,29,29,29 0
57 MG YA | 3133 1/1 0.92 0.17 12,12,12,12 0
57 MG YA | 3201 1/1 0.92 0.58 23,23,23,23 0
57 MG YA | 3202 1/1 0.92 0.15 33,33,33,33 0
57 MG RA | 3141 1/1 0.92 0.32 34,34,34,34 0
o7 MG RA | 3037 1/1 0.92 0.27 26,26,26,26 0
59 ZN QD 301 1/1 0.92 0.26 53,53,53,53 0
57 MG RA | 3166 1/1 0.92 0.16 53,53,53,53 0
57 MG YA | 3212 1/1 0.92 0.20 67,67,67,67 0
57 MG RA | 3167 1/1 0.92 0.15 56,56,56,56 0
57 MG YA | 3128 1/1 0.93 0.33 34,34,34,34 0
57 MG QA | 1641 1/1 0.93 0.12 22,22,22.22 0
o7 MG YA | 3130 1/1 0.93 0.47 52,52,52,52 0
o7 MG RA | 3119 1/1 0.93 0.23 28,28,28,28 0
57 MG XA ] 1607 1/1 0.93 0.21 25,25,25,25 0
57 MG YA | 3134 1/1 0.93 0.09 37,37,37,37 0
57 MG YA | 3215 1/1 0.93 0.15 24,24,24.24 0
57 MG RA | 3011 1/1 0.93 0.34 48,48,48,48 0
o7 MG QA | 1602 1/1 0.93 0.23 24,24.24.24 0
o7 MG XA | 1613 1/1 0.93 0.08 14,14,14,14 0
57 MG YA | 3145 1/1 0.93 0.14 23,23,23,23 0
57 MG QA | 1605 1/1 0.93 0.40 15,15,15,15 0
57 MG YA | 3147 1/1 0.93 0.26 28,28,28,28 0
57 MG RA | 3078 1/1 0.93 0.30 34,34,34,34 0
o7 MG YA | 3225 1/1 0.93 0.14 21,21,21,21 0
o7 MG RA | 3079 1/1 0.93 0.23 32,32,32,32 0
o7 MG YA | 3227 1/1 0.93 0.20 26,26,26,26 0
57 MG XA | 1671 1/1 0.93 0.10 43,43,43,43 0
57 MG RA | 3128 1/1 0.93 0.13 55,55,55,55 0
57 MG RA | 3225 1/1 0.93 0.18 51,51,51,51 0
o7 MG QA | 1646 1/1 0.93 0.28 46,46,46,46 0
o7 MG QA | 1615 1/1 0.93 0.09 66,66,66,66 0
57 MG RA | 3197 1/1 0.93 0.10 42,42,42 42 0
o7 MG YA | 3042 1/1 0.93 0.28 11,11,11,11 0
57 MG RA | 3097 1/1 0.93 0.18 7,7,7,7 0
57 MG YA | 3060 1/1 0.93 0.23 24,24,24,24 0
57 MG RA | 3098 1/1 0.93 0.24 11,11,11,11 0
57 MG RA | 3203 1/1 0.93 0.34 61,61,61,61 0
57 MG YA | 3073 1/1 0.93 0.18 7,7,7,7 0
o7 MG RA | 3100 1/1 0.93 0.24 43,43,43,43 0
o7 MG YA | 3169 1/1 0.93 0.14 30,30,30,30 0
57 MG YA | 3170 1/1 0.93 0.10 26,26,26,26 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG XA | 1646 1/1 0.93 0.15 24,24,24,24 0
57 MG YA | 3083 1/1 0.93 0.09 0,0,0,0 0
57 MG RA | 3137 1/1 0.93 0.24 36,36,36,36 0
57 MG YA | 3097 1/1 0.93 0.28 30,30,30,30 0
57 MG YA | 3100 1/1 0.93 0.28 7,7,7,7 0
o7 MG RA | 3041 1/1 0.93 0.22 20,20,20,20 0
o7 MG YA | 3180 1/1 0.93 0.14 31,31,31,31 0
57 MG XA ] 1650 1/1 0.93 0.20 31,31,31,31 0
57 MG RA | 3001 1/1 0.93 0.14 2,2,2,2 0
57 MG QA | 1627 1/1 0.93 0.15 92,92,92,92 0
57 MG XA | 1653 1/1 0.93 0.24 62,62,62,62 0
57 MG RA | 3111 1/1 0.93 0.18 20,20,20,20 0
o7 MG QA | 1622 1/1 0.93 0.17 33,33,33,33 0
o7 MG QA | 1663 1/1 0.93 0.12 85,85,85,85 0
57 MG YA | 3197 1/1 0.93 0.26 16,16,16,16 0
57 MG YA | 3200 1/1 0.93 0.38 39,39,39,39 0
57 MG RA | 3146 1/1 0.93 0.16 37,37,37,37 0
57 MG RA | 3070 1/1 0.94 0.16 11,11,11,11 0
o7 MG RA | 3072 1/1 0.94 0.20 16,16,16,16 0
o7 MG YA | 3204 1/1 0.94 0.09 32,32,32,32 0
57 MG XA | 1623 1/1 0.94 0.07 27,27,27,27 0
57 MG RA | 3196 1/1 0.94 0.33 46,46,46,46 0
57 MG YA | 3135 1/1 0.94 0.47 40,40,40,40 0
57 MG RA | 3033 1/1 0.94 0.33 11,11,11,11 0
o7 MG YA | 3140 1/1 0.94 0.18 3,3,3,3 0
o7 MG YA | 3001 1/1 0.94 0.37 7,7,7,7 0
o7 MG YA | 3142 1/1 0.94 0.26 14,14,14,14 0
57 MG YA | 3003 1/1 0.94 0.17 9,9,9,9 0
57 MG RA | 3198 1/1 0.94 0.21 22,22,22.22 0
57 MG XA | 1632 1/1 0.94 0.31 27,27,27,27 0
o7 MG YA | 3025 1/1 0.94 0.12 4,444 0
o7 MG YA | 3222 1/1 0.94 0.39 40,40,40,40 0
57 MG YA | 3035 1/1 0.94 0.34 12,12,12,12 0
o7 MG QA | 1633 1/1 0.94 0.26 20,20,20,20 0
57 MG XA ] 1636 1/1 0.94 0.38 23,23,23,23 0
57 MG YA | 3046 1/1 0.94 0.34 11,11,11,11 0
57 MG QA | 1665 1/1 0.94 0.23 29,29,29,29 0
57 MG XA | 1639 1/1 0.94 0.16 59,59,59,59 0
57 MG RA | 3234 1/1 0.94 0.27 44,4444 44 0
o7 MG YA | 3071 1/1 0.94 0.12 18,18,18,18 0
o7 MG YA | 3233 1/1 0.94 0.31 32,32,32,32 0
57 MG RA | 3201 1/1 0.94 0.11 22,22,22,22 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG YA | 3160 1/1 0.94 0.14 14,14,14,14 0
57 MG RA | 3082 1/1 0.94 0.36 26,26,26,26 0
57 MG QA | 1610 1/1 0.94 0.28 22,22,22,22 0
57 MG YA | 3239 1/1 0.94 0.11 27,27,27,27 0
57 MG YA | 3076 1/1 0.94 0.12 25,25,25,25 0
o7 MG YA | 3079 1/1 0.94 0.28 18,18,18,18 0
o7 MG RA | 3147 1/1 0.94 0.12 14,14,14,14 0
57 MG RA | 3090 1/1 0.94 0.23 7,7,7,7 0
57 MG RA | 3150 1/1 0.94 0.17 32,32,32,32 0
57 MG YA | 3247 1/1 0.94 0.22 26,26,26,26 0
57 MG YA | 3092 1/1 0.94 0.20 25,25,25,25 0
57 MG QA | 1659 1/1 0.94 0.11 24,24.24.24 0
o7 MG YA | 3173 1/1 0.94 0.53 32,32,32,32 0
o7 MG RA | 3152 1/1 0.94 0.15 33,33,33,33 0
57 MG YA | 3101 1/1 0.94 0.45 24,24,24,24 0
57 MG YA | 3105 1/1 0.94 0.22 7,7,7,7 0
57 MG QA | 1631 1/1 0.94 0.11 41,41,41,41 0
57 MG RA | 3012 1/1 0.94 0.13 14,14,14,14 0
o7 MG RA | 3158 1/1 0.94 0.17 52,52,52,52 0
o7 MG YA | 3181 1/1 0.94 0.17 36,36,36,36 0
57 MG YA | 3267 1/1 0.94 0.20 40,40,40,40 0
57 MG RA | 3214 1/1 0.94 0.14 44,44,44 44 0
57 MG YA | 3115 1/1 0.94 0.14 32,32,32,32 0
57 MG YE 301 1/1 0.94 0.14 8,8,8,8 0
o7 MG QA | 1613 1/1 0.94 0.14 22,22,22.22 0
o7 MG RA | 3186 1/1 0.94 0.16 52,52,52,52 0
o7 MG RA | 3187 1/1 0.94 0.08 25,25,25,25 0
57 MG YA | 3192 1/1 0.94 0.07 19,19,19,19 0
57 MG RA | 3058 1/1 0.94 0.22 27,27,27,27 0
57 MG RA | 3019 1/1 0.94 0.30 21,21,21,21 0
57 MG QA | 1640 1/1 0.94 0.26 37,37,37,37 0
o7 MG RA | 3028 1/1 0.94 0.22 37,37,37,37 0
57 MG YA | 3196 1/1 0.95 0.07 11,11,11,11 0
o7 MG YA | 3009 1/1 0.95 0.44 16,16,16,16 0
57 MG YA | 3198 1/1 0.95 0.15 21,21,21,21 0
57 MG RA | 3032 1/1 0.95 0.23 44,44,44 44 0
57 MG RA | 3092 1/1 0.95 0.19 35,35,35,35 0
57 MG RA | 3096 1/1 0.95 0.35 22,22,22,22 0
o7 MG YA | 3034 1/1 0.95 0.29 7,7,7,7 0
o7 MG RA | 3240 1/1 0.95 0.27 23,23,23,23 0
o7 MG YA | 3208 1/1 0.95 0.12 30,30,30,30 0
57 MG RA | 3013 1/1 0.95 0.38 26,26,26,26 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG YA | 3039 1/1 0.95 0.12 14,14,14,14 0
57 MG RA | 3153 1/1 0.95 0.12 21,21,21,21 0
57 MG YA | 3045 1/1 0.95 0.30 2,2,2,2 0
57 MG RA | 3155 1/1 0.95 0.21 41,41,41,41 0
57 MG YA | 3047 1/1 0.95 0.24 13,13,13,13 0
o7 MG YA | 3144 1/1 0.95 0.15 13,13,13,13 0
o7 MG YA | 3049 1/1 0.95 0.17 12,12,12,12 0
57 MG YA | 3052 1/1 0.95 0.18 1,1,1,1 0
57 MG RA | 3034 1/1 0.95 0.30 23,23,23,23 0
57 MG YA | 3148 1/1 0.95 0.36 39,39,39,39 0
57 MG YA | 3055 1/1 0.95 0.18 37,37,37,37 0
57 MG YA | 3056 1/1 0.95 0.17 7,7,7,7 0
o7 MG RA | 3064 1/1 0.95 0.34 3,3,3,3 0
o7 MG YA | 3062 1/1 0.95 0.11 18,18,18,18 0
57 MG YA | 3064 1/1 0.95 0.16 19,19,19,19 0
o7 MG YA | 3068 1/1 0.95 0.17 26,26,26,26 0
57 MG RA | 3132 1/1 0.95 0.30 14,14,14,14 0
57 MG YA | 3070 1/1 0.95 0.21 5,9,9,5 0
o7 MG RA | 3035 1/1 0.95 0.34 27,27,27,27 0
o7 MG R5 101 1/1 0.95 0.26 51,51,51,51 0
57 MG YA | 3161 1/1 0.95 0.19 29,29,29,29 0
57 MG QA | 1639 1/1 0.95 0.18 45,45,45,45 0
57 MG YA | 3237 1/1 0.95 0.18 9,9,9,9 0
57 MG RA | 3016 1/1 0.95 0.28 4,444 0
o7 MG RA | 3136 1/1 0.95 0.21 26,26,26,26 0
o7 MG YA | 3165 1/1 0.95 0.13 21,21,21,21 0
o7 MG XA | 1609 1/1 0.95 0.16 28,28,28,28 0
57 MG RA | 3192 1/1 0.95 0.12 19,19,19,19 0
57 MG XA ] 1660 1/1 0.95 0.25 54,54,54,54 0
57 MG RA | 3109 1/1 0.95 0.16 21,21,21,21 0
o7 MG QA | 1635 1/1 0.95 0.15 49,49,49,49 0
o7 MG YA | 3171 1/1 0.95 0.20 22,22,22.22 0
57 MG YA | 3093 1/1 0.95 0.19 18,18,18,18 0
o7 MG RA | 3112 1/1 0.95 0.26 14,14,14,14 0
57 MG RA | 3023 1/1 0.95 0.33 8,8,8,8 0
57 MG RA | 3024 1/1 0.95 0.17 17,17,17,17 0
57 MG RA | 3169 1/1 0.95 0.18 44,44.44 44 0
57 MG XA | 1667 1/1 0.95 0.10 55,55,55,55 0
57 MG YA | 3178 1/1 0.95 0.14 10,10,10,10 0
o7 MG RA | 3054 1/1 0.95 0.09 14,14,14,14 0
o7 MG XA | 1669 1/1 0.95 0.22 17,17,17,17 0
57 MG YA | 3109 1/1 0.95 0.29 11,11,11,11 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG YA | 3183 1/1 0.95 0.10 21,21,21,21 0
57 MG XA | 1626 1/1 0.95 0.17 27,27,27,27 0
57 MG YB 204 1/1 0.95 0.15 45,45,45,45 0
57 MG QA | 1616 1/1 0.95 0.14 18,18,18,18 0
57 MG RA | 3231 1/1 0.95 0.33 14,14,14,14 0
o7 MG RA | 3087 1/1 0.95 0.12 27,27,27,27 0
o7 MG YA | 3188 1/1 0.95 0.12 18,18,18,18 0
57 MG RA | 3173 1/1 0.95 0.11 90,90,90,90 0
57 MG QA | 1660 1/1 0.95 0.45 35,35,35,35 0
59 ZN QN 101 1/1 0.95 0.10 87,87,87,87 0
57 MG YA | 3125 1/1 0.95 0.16 65,65,65,65 0
o7 MG YA | 3194 1/1 0.95 0.11 34,34,34,34 0
o7 MG YA | 3006 1/1 0.95 0.19 1,1,1,1 0
59 ZN Y9 101 1/1 0.95 0.10 87,87,87,87 0
57 MG RA | 3125 1/1 0.96 0.19 29,29,29,29 0
57 MG XA | 1624 1/1 0.96 0.45 39,39,39,39 0
57 MG YA | 3214 1/1 0.96 0.15 28,28,28,28 0
57 MG YA | 3080 1/1 0.96 0.14 11,11,11,11 0
o7 MG XA ] 1625 1/1 0.96 0.17 14,14,14,14 0
o7 MG RA | 3176 1/1 0.96 0.16 27,27,27,27 0
57 MG QA | 1642 1/1 0.96 0.13 25,25,25,25 0
57 MG YA | 3159 1/1 0.96 0.14 19,19,19,19 0
57 MG YA | 3089 1/1 0.96 0.18 5,9,5,5 0
57 MG QA | 1607 1/1 0.96 0.10 21,21,21,21 0
o7 MG QA | 1614 1/1 0.96 0.28 31,31,31,31 0
o7 MG XA ] 1631 1/1 0.96 0.14 39,39,39,39 0
o7 MG RA | 3237 1/1 0.96 0.15 13,13,13,13 0
57 MG RA | 3129 1/1 0.96 0.16 38,38,38,38 0
57 MG YA | 3104 1/1 0.96 0.08 22,22,22.22 0
57 MG RA | 3208 1/1 0.96 0.18 69,69,69,69 0
o7 MG RA | 3063 1/1 0.96 0.45 12,12,12,12 0
o7 MG YA | 3018 1/1 0.96 0.21 6,6,6,6 0
57 MG YA | 3023 1/1 0.96 0.27 14,14,14,14 0
o7 MG QA | 1645 1/1 0.96 0.08 37,37,37,37 0
57 MG YA | 3031 1/1 0.96 0.39 26,26,26,26 0
57 MG YA | 3112 1/1 0.96 0.25 23,23,23,23 0
57 MG QA | 1611 1/1 0.96 0.13 20,20,20,20 0
57 MG QA | 1606 1/1 0.96 0.15 44,44,44 44 0
o7 MG QA | 1634 1/1 0.96 0.12 39,39,39,39 0
o7 MG RA | 3022 1/1 0.96 0.43 23,23,23,23 0
o7 MG YA | 3123 1/1 0.96 0.14 28,28,28,28 0
57 MG YA | 3041 1/1 0.96 0.28 2,2,2,2 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG YA | 3244 1/1 0.96 0.27 34,34,34,34 0
57 MG RA | 3110 1/1 0.96 0.09 12,12,12,12 0
57 MG RA | 3077 1/1 0.96 0.27 24,24,24,24 0
57 MG YA | 3182 1/1 0.96 0.50 55,55,55,55 0
57 MG RA | 3190 1/1 0.96 0.15 33,33,33,33 0
o7 MG XA | 1603 1/1 0.96 0.20 24,24,24.24 0
o7 MG XA ] 1605 1/1 0.96 0.17 7,7,7,7 0
57 MG YA | 3131 1/1 0.96 0.17 15,15,15,15 0
57 MG RA | 3219 1/1 0.96 0.18 36,36,36,36 0
57 MG XA | 1655 1/1 0.96 0.30 47474747 0
57 MG YA | 3189 1/1 0.96 0.08 33,33,33,33 0
57 MG RA | 3164 1/1 0.96 0.09 27,27,27,27 0
o7 MG RA | 3045 1/1 0.96 0.27 23,23,23,23 0
o7 MG YA | 3136 1/1 0.96 0.09 29,29,29,29 0
57 MG YA | 3057 1/1 0.96 0.12 1,1,1,1 0
o7 MG YA | 3059 1/1 0.96 0.24 15,15,15,15 0
57 MG RA | 3113 1/1 0.96 0.14 22,22,22,22 0
57 MG YB 203 1/1 0.96 0.21 43,43,43,43 0
o7 MG RA | 3046 1/1 0.96 0.14 19,19,19,19 0
o7 MG XA ] 1612 1/1 0.96 0.20 18,18,18,18 0
57 MG YA | 3065 1/1 0.96 0.25 25,25,25,25 0
57 MG RA | 3081 1/1 0.96 0.24 27,27,27,27 0
57 MG Y5 101 1/1 0.96 0.22 18,18,18,18 0
57 MG QA | 1623 1/1 0.96 0.24 29,29,29,29 0
o7 MG YA | 3203 1/1 0.96 0.14 18,18,18,18 0
o7 MG XA | 1617 1/1 0.96 0.15 10,10,10,10 0
o7 MG RA | 3050 1/1 0.96 0.28 13,13,13,13 0
57 MG RA | 3005 1/1 0.96 0.31 11,11,11,11 0
57 MG QA | 1651 1/1 0.96 0.30 31,31,31,31 0
57 MG QA | 1653 1/1 0.96 0.12 82,82,82,82 0
57 MG YA | 3211 1/1 0.96 0.17 29,29,29,29 0
o7 MG RA | 3030 1/1 0.97 0.17 5,9,9,5 0
57 MG QA | 1648 1/1 0.97 0.12 A7, 47,4747 0
o7 MG YA | 3014 1/1 0.97 0.24 3,3,3,3 0
57 MG RA | 3051 1/1 0.97 0.14 18,18,18,18 0
57 MG RA | 3232 1/1 0.97 0.34 23,23,23,23 0
57 MG YA | 3022 1/1 0.97 0.22 11,11,11,11 0
57 MG YA | 3113 1/1 0.97 0.07 19,19,19,19 0
o7 MG YA | 3114 1/1 0.97 0.27 9,9,9,9 0
o7 MG XA | 1630 1/1 0.97 0.14 18,18,18,18 0
o7 MG YA | 3199 1/1 0.97 0.14 30,30,30,30 0
57 MG YA | 3024 1/1 0.97 0.23 1,1,1,1 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG RA | 3053 1/1 0.97 0.17 13,13,13,13 0
57 MG YA | 3120 1/1 0.97 0.17 18,18,18,18 0
57 MG YA | 3026 1/1 0.97 0.29 0,0,0,0 0
57 MG YA | 3028 1/1 0.97 0.10 3,3,3,3 0
57 MG YA | 3205 1/1 0.97 0.12 37,37,37,37 0
o7 MG YA | 3029 1/1 0.97 0.14 5,9,9,5 0
o7 MG QV 101 1/1 0.97 0.14 24,24,2424 0
57 MG YA | 3126 1/1 0.97 0.13 17,17,17,17 0
57 MG YA | 3033 1/1 0.97 0.23 10,10,10,10 0
57 MG XA |1633 1/1 0.97 0.23 30,30,30,30 0
57 MG RA | 3124 1/1 0.97 0.10 28,28,28,28 0
57 MG XA | 1635 1/1 0.97 0.27 26,26,26,26 0
o7 MG RA | 3086 1/1 0.97 0.20 2,2,2,2 0
o7 MG YA | 3040 1/1 0.97 0.16 9,9,9,9 0
57 MG YA | 3216 1/1 0.97 0.10 18,18,18,18 0
57 MG XA | 1637 1/1 0.97 0.26 39,39,39,39 0
57 MG QA | 1630 1/1 0.97 0.14 26,26,26,26 0
57 MG YA | 3044 1/1 0.97 0.31 4,444 0
o7 MG RA | 3088 1/1 0.97 0.26 25,25,25,25 0
o7 MG YA | 3137 1/1 0.97 0.08 21,21,21,21 0
57 MG QA | 1604 1/1 0.97 0.23 10,10,10,10 0
57 MG RA | 3036 1/1 0.97 0.27 4,444 0
57 MG YA | 3048 1/1 0.97 0.33 6,6,6,6 0
57 MG XA | 1643 1/1 0.97 0.18 25,25,25,25 0
o7 MG RA | 3202 1/1 0.97 0.10 31,31,31,31 0
o7 MG XA | 1647 1/1 0.97 0.10 25,25,25,25 0
o7 MG RB 201 1/1 0.97 0.10 54,54,54,54 0
57 MG QA | 1609 1/1 0.97 0.12 14,14,14,14 0
57 MG RA | 3093 1/1 0.97 0.25 10,10,10,10 0
57 MG RE 301 1/1 0.97 0.21 30,30,30,30 0
o7 MG RA | 3060 1/1 0.97 0.19 3,3,3,3 0
o7 MG YA | 3061 1/1 0.97 0.19 16,16,16,16 0
57 MG RA | 3061 1/1 0.97 0.23 32,32,32,32 0
o7 MG RR 201 1/1 0.97 0.16 7,7,7,7 0
57 MG RA | 3025 1/1 0.97 0.25 22,22,22,22 0
57 MG YA | 3066 1/1 0.97 0.08 20,20,20,20 0
57 MG YA | 3240 1/1 0.97 0.13 31,31,31,31 0
57 MG QA | 1652 1/1 0.97 0.12 31,31,31,31 0
57 MG YA | 3156 1/1 0.97 0.13 20,20,20,20 0
o7 MG RA | 3043 1/1 0.97 0.11 14,14,14,14 0
o7 MG RA | 3102 1/1 0.97 0.20 95,9,9,5 0
57 MG XA | 1604 1/1 0.97 0.44 20,20,20,20 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG RA | 3066 1/1 0.97 0.24 11,11,11,11 0
57 MG RA | 3175 1/1 0.97 0.10 40,40,40,40 0
57 MG RA | 3027 1/1 0.97 0.26 3,3,3,3 0
57 MG RA | 3107 1/1 0.97 0.12 27,27,27,27 0
57 MG YA | 3077 1/1 0.97 0.28 11,11,11,11 0
o7 MG YA | 3078 1/1 0.97 0.17 8,8,8,8 0
o7 MG RA | 3215 1/1 0.97 0.19 20,20,20,20 0
57 MG RA | 3108 1/1 0.97 0.28 32,32,32,32 0
57 MG RA | 3069 1/1 0.97 0.06 28,28,28,28 0
57 MG YA | 3256 1/1 0.97 0.13 11,11,11,11 0
57 MG YA | 3259 1/1 0.97 0.30 14,14,14,14 0
o7 MG YA | 3261 1/1 0.97 0.29 18,18,18,18 0
o7 MG RA | 3144 1/1 0.97 0.20 11,11,11,11 0
o7 MG RA | 3006 1/1 0.97 0.19 7,7,7,7 0
57 MG YA | 3087 1/1 0.97 0.32 6,6,6,6 0
o7 MG YA | 3088 1/1 0.97 0.29 17,17,17,17 0
57 MG YA | 3268 1/1 0.97 0.30 21,21,21,21 0
57 MG RA | 3029 1/1 0.97 0.22 6,6,6,6 0
o7 MG YA | 3090 1/1 0.97 0.28 12,12,12,12 0
o7 MG RA | 3073 1/1 0.97 0.21 23,23,23,23 0
57 MG RA | 3074 1/1 0.97 0.12 7,7,7,7 0
57 MG YA | 3094 1/1 0.97 0.11 5,9,5,5 0
57 MG YA | 3095 1/1 0.97 0.33 5,9,5,5 0
57 MG YA | 3096 1/1 0.97 0.37 7,7,7,7 0
o7 MG YO0 101 1/1 0.97 0.22 20,20,20,20 0
o7 MG RA | 3114 1/1 0.97 0.14 35,35,35,35 0
o7 MG YA | 3098 1/1 0.97 0.15 19,19,19,19 0
57 MG YA | 3099 1/1 0.97 0.17 2,2,2,2 0
57 MG RA | 3047 1/1 0.97 0.33 13,13,13,13 0
57 MG RA | 3048 1/1 0.97 0.38 18,18,18,18 0
o7 MG YA | 3102 1/1 0.97 0.44 11,11,11,11 0
o7 MG YA | 3103 1/1 0.97 0.31 26,26,26,26 0
57 MG RA | 3117 1/1 0.97 0.11 10,10,10,10 0
o7 MG RA | 3154 1/1 0.97 0.10 28,28,28,28 0
57 MG RA | 3080 1/1 0.98 0.29 15,15,15,15 0
57 MG YA | 3019 1/1 0.98 0.25 0,0,0,0 0
57 MG YA | 3086 1/1 0.98 0.27 58,58,58,58 0
57 MG XA | 1644 1/1 0.98 0.12 21,21,21,21 0
o7 MG XA | 1645 1/1 0.98 0.28 30,30,30,30 0
o7 MG RA | 3007 1/1 0.98 0.26 11,11,11,11 0
o7 MG RA | 3003 1/1 0.98 0.39 15,15,15,15 0
57 MG RA | 3004 1/1 0.98 0.26 2,2,2,2 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG YA | 3027 1/1 0.98 0.21 9,9,9,9 0
57 MG RA | 3085 1/1 0.98 0.16 11,11,11,11 0
57 MG RA | 3015 1/1 0.98 0.16 19,19,19,19 0
57 MG YA | 3030 1/1 0.98 0.49 19,19,19,19 0
57 MG RA | 3140 1/1 0.98 0.16 27,27,27,27 0
o7 MG YA | 3032 1/1 0.98 0.27 3,3,3,3 0
o7 MG RA | 3230 1/1 0.98 0.17 15,15,15,15 0
57 MG YA | 3228 1/1 0.98 0.20 4,444 0
57 MG RA | 3065 1/1 0.98 0.19 23,23,23,23 0
57 MG XA | 1616 1/1 0.98 0.31 14,14,14,14 0
57 MG YA | 3231 1/1 0.98 0.17 23,23,23,23 0
57 MG YA | 3036 1/1 0.98 0.24 9,9,9,9 0
o7 MG QA | 1621 1/1 0.98 0.15 35,35,35,35 0
o7 MG RA | 3089 1/1 0.98 0.26 6,6,6,6 0
57 MG RA | 3067 1/1 0.98 0.20 12,12,12,12 0
o7 MG RA | 3038 1/1 0.98 0.18 8,8,8,8 0
57 MG RA | 3052 1/1 0.98 0.12 9,9,9,9 0
57 MG YA | 3043 1/1 0.98 0.30 12,12,12,12 0
o7 MG XA ] 1622 1/1 0.98 0.08 33,33,33,33 0
o7 MG RA | 3017 1/1 0.98 0.19 7,7,7,7 0
57 MG YA | 3111 1/1 0.98 0.06 5,9,5,5 0
57 MG RA | 3094 1/1 0.98 0.35 23,23,23,23 0
57 MG RA | 3149 1/1 0.98 0.22 28,28,28,28 0
57 MG RA | 3095 1/1 0.98 0.23 6,6,6,6 0
o7 MG RA | 3071 1/1 0.98 0.28 18,18,18,18 0
o7 MG YA | 3116 1/1 0.98 0.27 12,12,12,12 0
o7 MG YA | 3050 1/1 0.98 0.27 6,6,6,6 0
57 MG RA | 3181 1/1 0.98 0.15 43,43,43,43 0
57 MG YA | 3119 1/1 0.98 0.11 22,22,22.22 0
57 MG RA | 3123 1/1 0.98 0.20 19,19,19,19 0
57 MG YA | 3121 1/1 0.98 0.16 31,31,31,31 0
o7 MG RA | 3040 1/1 0.98 0.17 3,3,3,3 0
57 MG RA | 3018 1/1 0.98 0.15 9,9,9,9 0
o7 MG RA | 3099 1/1 0.98 0.31 19,19,19,19 0
57 MG YA | 3255 1/1 0.98 0.37 0,0,0,0 0
57 MG RA | 3056 1/1 0.98 0.37 12,12,12,12 0
57 MG YA | 3257 1/1 0.98 0.12 12,12,12,12 0
57 MG YA | 3258 1/1 0.98 0.38 9,9,9,9 0
57 MG RA | 3042 1/1 0.98 0.31 18,18,18,18 0
o7 MG YA | 3260 1/1 0.98 0.29 11,11,11,11 0
o7 MG YA | 3190 1/1 0.98 0.12 13,13,13,13 0
57 MG QA | 1620 1/1 0.98 0.10 29,29,29,29 0

Continued on next page...



Page 96

wwPDB X-ray Structure Validation Summary Report

4LSK

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
57 MG YA | 3263 1/1 0.98 0.10 15,15,15,15 0
57 MG YA | 3264 1/1 0.98 0.20 3,3,3,3 0
57 MG XA | 1674 1/1 0.98 0.13 35,35,35,35 0
57 MG YA | 3063 1/1 0.98 0.21 17,17,17,17 0
57 MG RA | 3020 1/1 0.98 0.17 7,7,7,7 0
o7 MG RA | 3021 1/1 0.98 0.37 8,8,8,8 0
o7 MG YA | 3004 1/1 0.98 0.13 95,9,9,5 0
57 MG YA | 3067 1/1 0.98 0.31 27,27,27,27 0
57 MG YA | 3005 1/1 0.98 0.09 7,7,7,7 0
57 MG XA | 1601 1/1 0.98 0.26 7,7,7,7 0
57 MG YA | 3007 1/1 0.98 0.14 2,2,2,2 0
57 MG YA | 3008 1/1 0.98 0.23 22,22,22.22 0
o7 MG YA | 3138 1/1 0.98 0.12 15,15,15,15 0
o7 MG XA ] 1602 1/1 0.98 0.16 16,16,16,16 0
57 MG YA | 3010 1/1 0.98 0.20 0,0,0,0 0
57 MG YA | 3011 1/1 0.98 0.28 25,25,25,25 0
57 MG XA ] 1640 1/1 0.98 0.10 | 187,187,187,187 0
57 MG YA | 3207 1/1 0.98 0.30 52,52,52,52 0
o7 MG YA | 3013 1/1 0.98 0.35 2,2,2,2 0
o7 MG RA | 3105 1/1 0.98 0.13 6,6,6,6 0
57 MG YA | 3015 1/1 0.98 0.43 3,3,3,3 0
57 MG RA | 3106 1/1 0.98 0.24 28,28,28,28 0
57 MG YA | 3017 1/1 0.98 0.21 13,13,13,13 0
57 MG YA | 3053 1/1 0.99 0.17 11,11,11,11 0
o7 MG XA ]1610 1/1 0.99 0.20 19,19,19,19 0
o7 MG XA | 1615 1/1 0.99 0.27 30,30,30,30 0
o7 MG YA | 3081 1/1 0.99 0.23 5,9,9,5 0
57 MG YA | 3020 1/1 0.99 0.46 13,13,13,13 0
57 MG YA | 3037 1/1 0.99 0.11 2,2,2,2 0
57 MG YA | 3084 1/1 0.99 0.38 6,6,6,6 0
o7 MG YA | 3058 1/1 0.99 0.34 11,11,11,11 0
o7 MG YA | 3021 1/1 0.99 0.30 17,17,17,17 0
o7 MG YA | 3002 1/1 0.99 0.29 9,9,9,9 0
o7 MG RA | 3031 1/1 0.99 0.24 7,7,7,7 0
57 MG YA | 3074 1/1 0.99 0.32 22,22,22,22 0
57 MG RA | 3076 1/1 0.99 0.12 6,6,6,6 0
57 MG YA | 3091 1/1 0.99 0.32 7,7,7,7 0
57 MG YA | 3051 1/1 0.99 0.20 4,444 0
57 MG RA | 3083 1/1 0.99 0.26 13,13,13,13 0

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

Electron density around PAR QA 1666:

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

Electron density around PAR XA 1675:

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

There are no such residues in this entry.


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