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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 3.70 A.

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

Metric Percentile Ranks Value
Rfrec I I 0.235
Ramachandran outliers 3%
Sidechain outliers D 17.3%
RSRZ outliers - 4%
RNA backbone IS | I 47
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))
Rree 130704 1049 (3.88-3.52)
Ramachandran outliers 138981 1069 (3.88-3.52)
Sidechain outliers 138945 1065 (3.88-3.52)
RSRZ outliers 127900 1578 (3.90-3.50)
RNA backbone 3102 1027 (4.40-3.00)

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

Mol | Chain | Length Quality of chain

1 1 3396 57% 28% 6% 9%

1 5 3396 59% 27% 9%
3%

2 2 1800 - 64% 29% 6% -
%

2 6 1800 : 66% 25% 5% .

3 3 121 67% 31%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
3 7 121 79% 20%
%
4 4 158 : 64% 31% “5%
%
4 8 158 = 64% 32% o
32%
T —
5 Co 105 76% 14% 9%
19%
) c0 105 r— 68% 20% 11%
30%
I ——
6 C1 156 87% 11%
13%
6 cl 156 — 74% 19% 6%
39%
T —
7 C2 143 62% 20% 17%
38%
T —
7 c2 143 65% 21% 13%
5%
8 C3 150 | = e 1706
9%
8 c3 150 | — " 1506
5%
9 C4 128 - 79% 19%
21%
T —
9 c4d 128 84% 16%
10%
10 Ch 141 — 70% 17% 12%
3%
10 cH 141 — 74% 13% 11%
33%
T —
11 C6 141 78% 21%
30%
T ——
11 ch 141 80% 18%
15%
12 C7 136 — 71% 14% 12%
5%
12 c7 136 - 76% 12% 11%
11%
13 | 8 145 | — o T
10%
13 c8 145 | 3T —
10%
14 9 143 — 87% 12%
8%
14 9 143 | — T
37%
15 DO 107 77% 20% -
9%
15 do 107 74% 21% wr

Continued on next page...
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Mol | Chain | Length Quality of chain
0%
16 D1 87 M— 86% 14%
10%
16 d1l 87 — 87% 13%
16%
17 | D2 oo | E— e 5%
3%
17 d2 129 — 88% 11%
7%
18 D3 144 — 83% 17%
3%
18 d3 144 - 88% 12%
11%
19 D4 134 81% 16%
6%
19 d4 134 84% 16%
31%
—_—
20 D5 70 71% 29%
7%
20 | ds ON — U
2%
21 D6 97 — 73% 22% -
31%
T ———
21 d6 97 82% 18%
5%
22 | D7 g1 | — T
21%
I ——
22 d7 81 85% 15%
22%
————
23 D8 63 76% 24%
8%
23 | ds8 63 | s S5 -
32%
T ——
24 D9 53 85% 13%
15%
24 d9 53 — 83% 13%
16%
25 EO 61 — 84% 13%
13%
25 e0 61 | = s
33%
e —  m
26 E1l 73 63% 25% 8% = .
29%
- ——
26 el 73 70% 19% 11%
%
27 1.2 252 - 88% 12%
3%
27 12 952 | ™ — T
7%
28 L3 386 85% 15%

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

Mol | Chain | Length Quality of chain
%
28 13 386 | " " 6%
%
29 | 14 361 | — T
%
29 14 361 | e T5%
4%
30 L5 296 82% 18%
21%
30 15 296 88% 11%
%
31 | L6 176 | " To S —
%
31 16 176 | " — Jou T
9%
32 L7 223 91% 9%
%
32 17 223 = 88% 1% .
8%
33 L8 233 86% 14%
10%
33 18 233 86% 13% -
9%
34 19 191 78% 22%
3%
34 19 91 | ™ _ o —
%
35 | MO 21 | ® = T
3%
35 m0 221 - 82% 12% 5%
5%
36 M1 169 — 86% 13%
8%
36 ml 169 — 83% 14%
%
37 M3 194 = 81% 18%
5%
37 m3 194 85% 14%
3%
38 M4 137 - 88% 12% -
%
38 m4 137 . 89% 10% -
14%
39 M5 203 88% 12%
8%
39 mb 203 86% 13%
%
40 M6 197 : 88% 12% -
40 mb6 197 88% 12%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
%
41 M7 184 - 83% 16%
%
41 | m7 184 | ™ — T
3%
42 | M8 185 | 55% 12%
5%
42 m8 185 — 90% 10%
5%
43 M9 188 - 88% 12%
5%
43 m9 188 — 83% 15%
11%
44 NO 172 — 81% 17%
7%
44 n0 172 - 85% 15%
20%
—_— —
45 N1 159 77% 23%
30%
e —
45 nl 159 85% 15%
2%
46 | N2 100 | — — T
3%
46 n2 100 | — — =
7%
A7 | N3 136 | = o =
%
47 n3 136 93% 7% .
16%
48 | N4 155 | — — T ———
2%
48 | n4 15y | — — T
7%
49 N5 121 — 84% 15%
29%
— »
49 nbd 121 74% 26% .
3%
50 N6 126 - 84% 13%
8%
50 n6 126 — 80% 17%
19%
51 N7 135 — 84% 13%
11%
51 n7 135 — 82% 16%
7%
52 | N8 VI - ™
2%
52 n8 148 — 87% 13%
24%
T —
53 N9 58 81% 19%
Continued on next page...
SPDB
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Continued from previous page...

Mol | Chain | Length Quality of chain
36%
53 n9 58 86% 0% -
8%
54 00 100 84% 13%
7%
54 o0 100 87% 13%
7%
55 01 109 — 84% 14%
7%
55 ol 109 — 80% 18%
56 02 127 89% 11%
%
56 02 127 = 86% 13%
%
57 03 106 : 90% 10%
57 03 106 87% 13%
22%
58 04 112 87% 13%
10%
58 o4 112 88% 10% -
3%
59 | 05 119 | ™= = 1%
10%
59 05 119 77% 21% .
5%
60 06 99 79% 21%
8%
60 06 99 75% 25%
61 o7 7 80% 20%
3%
61 o7 87 - 85% 10% 5%
7%
62 OF] 77 79% 21%
21%
62 08 77 86% 14%
7%
63 | 09 50 | o L4
20%
63 09 50 90% 10%
%
64 QO 52 = 87% 13%
7%
64 q0 52 87% 12%
65 Q1 25 84% 16%
7%
65 ql 25 84% 16%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
7%
66 Q2 105 81% 19%
27%
66 q2 105 87% 12%
67 Q3 91 88% 12%
%
67 q3 91 . 85% 15%
0%
68 SO 206 83% 17%
11%
68 s0 206 84% 15% -
15%
69 S1 216 — 75% 22% -
32%
T — -
69 sl 216 83% 15% .
13%
70 S2 217 — 80% 19% N
10%
70 s2 217 — 84% 15%
21%
-
71 S3 223 83% 17%
1%
71 s3 223 — 82% 16%
21%
T —
72 S4 260 84% 15%
5%
72 s4 260 r— 87% 13%
20%
I
73 S5 206 85% 15%
7%
73 sH 206 —— 82% 18%
19%
74 S6 236 —— 80% 16%
14%
74 s6 236 — 78% 14% 8%
18%
75 S7 184 —— 79% 20% -
10%
75 s7 184 — 83% 16%
18%
76 S8 200 —— 83% 10% 6%
14%
76 s8 200 | — T
19%
77 S9 185 —— 84% 16%
16%
77 s9 185 r— 86% 13%
8%
78 SM 272 r— 48% 10% 2%

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

Mol | Chain | Length Quality of chain
5%
78 sM 272 37% 11% 52%
24%
79 SR 318 89% 11%
13%
79 sR 318 90% 10% -

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

Iria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
80 MG 1 3413 - - - X
80 MG 1 3418 - - - X
80 MG 1 3431 - - - X
80 MG 1 3441 - - - X
80 MG 1 3448 - - - X
80 MG 1 3461 - - - X
80 MG 1 3480 - - - X
80 MG 1 3492 - - - X
80 MG 1 3498 - - - X
80 MG 1 3504 - - - X
80 MG 1 3505 - - - X
80 MG 1 3515 - - - X
80 MG 1 3517 - - - X
80 MG 1 3523 - - - X
80 MG 1 3544 - - - X
80 MG 1 3548 - - - X
80 MG 1 3550 - - - X
80 MG 1 3551 - - - X
80 MG 1 3552 - - - X
80 MG 1 3559 - - - X
80 MG 1 3564 - - - X
80 MG 1 3567 - - - X
80 MG 1 3569 - - - X
80 MG 1 3571 - - - X
80 MG 1 3576 - - - X
80 MG 1 3580 - - - X
80 MG 1 3590 - - - X
80 MG 1 3598 - - - X
80 MG 1 3608 - - - X
80 MG 1 3609 - - - X
80 MG 1 3623 - - - X
80 MG 1 3658 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
80 MG 1 3659 - - - X
80 MG 1 3664 - - - X
80 MG 1 3667 - - - X
80 MG 1 3674 - - - X
80 MG 1 3687 - - - X
80 MG 1 3690 - - - X
80 MG 1 3699 - - - X
80 MG 1 3706 - - - X
80 MG 1 3708 - - - X
80 MG 1 3709 - - - X
80 MG 1 3712 - - - X
80 MG 1 3713 - - - X
80 MG 1 3737 - - - X
80 MG 1 3739 - - - X
80 MG 1 3740 - - - X
80 MG 1 3741 - - - X
80 MG 1 3744 - - - X
80 MG 1 3761 - - - X
80 MG 1 3763 - - - X
80 MG 1 3775 - - - X
80 MG 1 3829 - - - X
80 MG 1 3841 - - - X
80 MG 1 3842 - - - X
80 MG 1 3853 - - - X
80 MG 1 3854 - - - X
80 MG 1 3856 - - - X
80 MG 1 3858 - - - X
80 MG 1 3860 - - - X
80 MG 1 3862 - - - X
80 MG 1 3864 - - - X
80 MG 1 3867 - - - X
80 MG 1 3868 - - - X
80 MG 1 3876 - - - X
80 MG 1 3877 - - - X
80 MG 1 3880 - - - X
80 MG 2 1908 - - - X
80 MG 2 1944 - - - X
80 MG 2 1947 - - - X
80 MG 2 1968 - - - X
80 MG 2 1973 - - - X
80 MG 2 1977 - - - X
80 MG 2 2022 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
80 MG 2 2026 - - - X
80 MG 2 2027 - - - X
80 MG 3 201 - - - X
80 MG 4 202 - - - X
80 MG 4 203 - - - X
80 MG 4 206 - - - X
80 MG 4 207 - - - X
80 MG 4 214 - - - X
80 MG 5 3426 - - - X
80 MG 5 3430 - - - X
80 MG 5 3431 - - - X
80 MG 5 3437 - - - X
80 MG 5 3445 - - - X
80 MG 5 3457 - - - X
80 MG 5 3459 - - - X
80 MG 5 3463 - - - X
80 MG 5 3464 - - - X
80 MG 5 3466 - - - X
80 MG 5 3471 - - - X
80 MG 5 3480 - - - X
80 MG 5 3481 - - - X
80 MG 5 3488 - - - X
80 MG 5 3491 - - - X
80 MG 5 3493 - - - X
80 MG 5 3506 - - - X
80 MG 5 3513 - - - X
80 MG 5 3516 - - - X
80 MG 5 3543 - - - X
80 MG 5 3556 - - - X
80 MG 5 3565 - - - X
80 MG 5 3588 - - - X
80 MG 5 3595 - - - X
80 MG 5 3598 - - - X
80 MG 5 3601 - - - X
80 MG 5 3603 - - - X
80 MG 5 3614 - - - X
80 MG 5 3619 - - - X
80 MG 5 3627 - - - X
80 MG 5 3635 - - - X
80 MG 5 3640 - - - X
80 MG 5 3650 - - - X
80 MG 5 3664 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
80 MG 5 3667 - - - X
80 MG 5 3694 - - - X
80 MG 5 3696 - - - X
80 MG 5 3697 - - - X
80 MG 5 3698 - - - X
80 MG 5 3701 - - - X
80 MG 5 3702 - - - X
80 MG 5 3705 - - - X
80 MG 5 3707 - - - X
80 MG 5 3713 - - - X
80 MG 5 3725 - - - X
80 MG 5 3728 - - - X
80 MG 5 3731 - - - X
80 MG 5 3735 - - - X
80 MG 5 3736 - - - X
80 MG 5 3738 - - - X
80 MG 5 3740 - - - X
80 MG 5 3750 - - - X
80 MG 5 3764 - - - X
80 MG 5 3768 - - - X
80 MG 5 3800 - - - X
80 MG 5 3822 - - - X
80 MG 5 3829 - - - X
80 MG 5 3832 - - - X
80 MG 5 3834 - - - X
80 MG 5 3843 - - - X
80 MG 5 3846 - - - X
80 MG 5 3847 - - - X
80 MG 6 1901 - - - X
80 MG 6 1904 - - - X
80 MG 6 1908 - - - X
80 MG 6 1913 - - - X
80 MG 6 1915 - - - X
80 MG 6 1921 - - - X
80 MG 6 1939 - - - X
80 MG 6 1940 - - - X
80 MG 6 1965 - - - X
80 MG 6 1967 - - - X
80 MG 6 1979 - - - X
80 MG 6 1981 - - - X
80 MG 6 1995 - - - X
80 MG 6 1996 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
80 MG 6 2009 - - - X
80 MG 6 2033 - - - X
80 MG 6 2038 - - - X
80 MG 6 2041 - - - X
80 MG 6 2046 - - - X
80 MG 6 2047 - - - X
80 MG 6 2050 - - - X
80 MG 6 2054 - - - X
80 MG 6 2060 - - - X
80 MG 8 203 - - - X
80 MG 8 206 - - - X
80 MG C4 202 - - - X
80 MG M6 201 - - - X
80 MG NO 201 - - - X
80 MG 01 201 - - - X
80 MG 01 202 - - - X
80 MG 03 202 - - - X
80 MG 04 502 - - - X
80 MG cl 201 - - - X
80 MG cl 202 - - - X
80 MG d2 201 - - - X
80 MG d3 201 - - - X
80 MG 13 401 - - - X
80 MG 15 301 - - - X
80 MG m6 201 - - - X
80 MG nl 201 - - - X
80 MG n6 201 - - - X
80 MG n8 201 - - - X
80 MG 03 201 - - - X
80 MG q2 503 - - - X
80 MG q2 504 - - - X
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2 Entry composition (i)

There are 83 unique types of molecules in this entry. The entry contains 400111 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 25S ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L L SU90 (;%O(fgi 29?18 111(3103 21(;70 35;0 0 0 0
L g SU80 (;l;OStgg) 29227 1115\578 21(4395 35)80 0 0 0
e Molecule 2 is a RNA chain called 18S ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 2 1770 ?T?O (Stgg 16;]50 6613\253 1251)09 1720 0 0 0
2 0 1736 ??;SOS;C% 16?29 651)\4111 12(1)65 1;336 0 0 0
e Molecule 3 is a RNA chain called 5S ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 3 121 gg%l 1 1C52 4121 8(25 1f2)1 0 0
3 7 121 rgg%l 1 1C52 4121 851)5 11;1 0 0
e Molecule 4 is a RNA chain called 5.8S ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 4 198 ggg?’)l 1 5COO 515\316 1 1009 11538 0 0 0
4 8 198 ggt;;l 1 5%0 512\3]6 1 1009 11;8 0 0 0

e Molecule 5 is a protein called 40S ribosomal protein S10-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 C0 96 772 499 126 145 2 0 0 0
Total C N O S
o 0 93 746 481 122 141 2 0 0 0
e Molecule 6 is a protein called 40S ribosomal protein S11-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 Cl 154 1207 771 229 204 3 0 0 0
Total C N O S
6 cl 146 1168 747 221 197 3 0 0 0
e Molecule 7 is a protein called 40S ribosomal protein S12.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 2 119 865 545 151 167 2 0 0 0
Total C N O S
7 c2 124 890 560 156 172 2 0 0 0
e Molecule 8 is a protein called 40S ribosomal protein S13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 3 150 1192 759 224 207 2 0 0 0
Total C N O S
8 c3 150 1192 759 224 207 2 0 0 0
e Molecule 9 is a protein called 40S ribosomal protein S14-B.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
9| 4 127 891 545 182 163 1 0 0 0
Total C N O S
) cd 128 949 582 188 176 3 0 0 0
e Molecule 10 is a protein called 40S ribosomal protein S15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 C5 124 977 622 182 166 7 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 ¢ 125 987 627 186 167 7 0 0 0
e Molecule 11 is a protein called 40S ribosomal protein S16-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
1 C6 141 1105 708 203 194 0 0 0
Total C N O
1 <6 141 1105 708 203 194 0 0 0
e Molecule 12 is a protein called 40S ribosomal protein S17-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 cr 120 026 577 177 170 2 0 0 0
Total C N O S
12 cr 121 926 575 178 171 2 0 0 0
e Molecule 13 is a protein called 40S ribosomal protein S18-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 C8 145 1192 743 237 210 2 0 0 0
Total C N O S
13 c8 145 1192 743 237 210 2 0 0 0
e Molecule 14 is a protein called 40S ribosomal protein S19-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4O 143 1112 694 208 208 2 0 0 0
Total C N O S
14 143 1112 694 208 208 2 0 0 0
e Molecule 15 is a protein called 40S ribosomal protein S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 | do 104 828 524 150 153 1 0 0 0
Total C N O S
15 DO 105 841 532 153 155 1 0 0 0
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e Molecule 16 is a protein called 40S ribosomal protein S21-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 dl 87 684 420 125 137 2 0 0 0
Total C N O S
16 bl 87 684 420 125 137 2 0 0 0
e Molecule 17 is a protein called 40S ribosomal protein S22-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
17 d2 129 1021 650 188 180 3 0 0 0
Total C N O S
17 D2 129 1021 650 188 180 3 0 0 0
e Molecule 18 is a protein called 40S ribosomal protein S23-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 d3 144 1121 708 220 191 2 0 0 0
Total C N O S
18 D3 144 1121 708 220 191 2 0 0 0
e Molecule 19 is a protein called 40S ribosomal protein S24-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
19 4 134 1073 676 208 189 0 0 0
Total C N O
19 ba 134 1073 676 208 189 0 0 0
e Molecule 20 is a protein called 40S ribosomal protein S25-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
20 d5 69 558 357 103 98 0 0 0
Total C N O
20 b5 70 563 360 104 99 0 0 0

e Molecule 21 is a protein called 40S ribosomal protein S26-B.




Page 18 wwPDB X-ray Structure Validation Summary Report SNDW
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 d6 91 769 475 160 129 5 0 0 0
Total C N O S
21 D6 9 769 475 160 129 5 0 0 0
e Molecule 22 is a protein called 40S ribosomal protein S27-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
22 . 81 610 382 110 113 5 0 0 0
Total C N O S
22 D7 81 610 382 110 113 5 0 0 0
e Molecule 23 is a protein called 40S ribosomal protein S28-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
23 - 63 497 306 99 91 1 0 0 0
Total C N O S
23 D8 63 497 306 99 91 1 0 0 0
e Molecule 24 is a protein called 40S ribosomal protein S29-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 d9 o3 442 274 92 72 4 0 0 0
Total C N O S
24 1 D9 52 433 269 91 69 4 0 0 0
e Molecule 25 is a protein called 40S ribosomal protein S30-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25| el 01 482 304 99 78 1 0 0 0
Total C N O S
25 | KO 60 475 299 98 77 1 0 0 0
e Molecule 26 is a protein called Ubiquitin-40S ribosomal protein S31.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 el 73 586 374 112 96 4 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 Bl L 566 362 106 94 4 0 0 0
e Molecule 27 is a protein called 60S ribosomal protein L2-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
27 12 252 1912 1190 388 333 1 0 0 0
Total C N O S
27 L2 252 1914 1191 383 334 1 0 0 0
e Molecule 28 is a protein called 60S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 13 386 3075 1950 584 533 8 0 0 0
Total C N O S
28 L3 386 3075 1950 584 533 8 0 0 0
e Molecule 29 is a protein called 60S ribosomal protein L4-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 4 361 2748 1729 522 494 3 0 0 0
Total C N O S
29 L4 361 2748 1729 522 494 3 0 0 0
e Molecule 30 is a protein called 60S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
0B 294 2350 1489 412 456 2 0 0 0
Total C N O S
301 LS 296 2375 1501 414 458 2 0 0 0
e Molecule 31 is a protein called 60S ribosomal protein L6-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 16 157 1248 806 224 217 1 0 0 0
Total C N O S
31 L6 157 1248 806 224 217 1 0 0 0
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e Molecule 32 is a protein called 60S ribosomal protein L7-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 I7 223 1791 1155 325 310 1 0 0 0
Total C N O S
32 L7 222 1784 1151 324 308 1 0 0 0
e Molecule 33 is a protein called 60S ribosomal protein L8-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 18 231 1764 1130 316 315 3 0 0 0
Total C N O S
33 L8 233 1804 1151 323 327 3 0 0 0
e Molecule 34 is a protein called 60S ribosomal protein L9-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
34 19 191 1518 963 274 277 4 0 0 0
Total C N O S
34 L9 191 1518 963 274 277 4 0 0 0
e Molecule 35 is a protein called 60S ribosomal protein L10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
35 m0 209 1696 1077 321 293 5 0 0 0
Total C N O S
35 MO 211 1705 1083 322 294 6 0 0 0
e Molecule 36 is a protein called 60S ribosomal protein L11-B.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
36 | ml 169 1353 847 253 249 4 0 0 0
Total C N O S
30 Ml 169 1353 847 253 249 4 0 0 0

e Molecule 37 is a protein called 60S ribosomal protein L13-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
37 ma3 194 1548 965 316 267 0 0 0
Total C N O
37 M3 193 1543 962 315 266 0 0 0
e Molecule 38 is a protein called 60S ribosomal protein L14-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
38 | m4 137 1059 678 200 179 2 0 0 0
Total C N O S
38 Md 136 10563 675 199 177 2 0 0 0
e Molecule 39 is a protein called 60S ribosomal protein L15-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 | md 203 1720 1077 361 281 1 0 0 0
Total C N O S
39 | Ms 203 1720 1077 361 281 1 0 0 0
e Molecule 40 is a protein called 60S ribosomal protein L16-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40| mb 197 1555 1003 289 262 1 0 0 0
Total C N O S
40| M6 197 1555 1003 289 262 1 0 0 0
e Molecule 41 is a protein called 60S ribosomal protein L17-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
41 m7 183 1420 882 281 257 0 0 0
Total C N O
) M7 183 1420 882 281 257 0 0 0
e Molecule 42 is a protein called 60S ribosomal protein L18-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
42 m8 185 1441 908 290 241 2 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

42 M8 185 Tl‘ZSSI 9%8 215\910 2(21 g 0 0 0
e Molecule 43 is a protein called 60S ribosomal protein L19-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
8 md 184 ?Zgaol 9(1]7 31;1 2%)2 0 0 0
43 M9 188 ?gt;ll 9§5 31;16 2((?0 0 0 0

e Molecule 44 is a protein called 60S ribosomal protein L20-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
i 17l ?Z;I 935 2126 223 § 0 0 0
I S HEEEEE

e Molecule 45 is a protein called 60S ribosomal protein L21-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
) ol 159 ?gt%l 835 214\116 2(2)1 i 0 0 0
45 N 159 ?;t?%l 8(035 214\1]6 2(2)1 ZSL 0 0 0

e Molecule 46 is a protein called 60S ribosomal protein L22-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
i i T707t§L l 5%5 11;7 126 ¥ 0 0
46 N2 100 1;);2 l 5(136 11;’)]1 129 0 0 0

e Molecule 47 is a protein called 60S ribosomal protein L23-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
a7 | m3 135 | g g i 177 7 0 0 0
i Ne 136 | oo e 1m0 170 7 0 0 0
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e Molecule 48 is a protein called 60S ribosomal protein L24-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
48 nd 130 1007 634 200 172 1 0 0 0
Total C N O S
18 N4 130 965 606 192 166 1 0 0 0
e Molecule 49 is a protein called 60S ribosomal protein L25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
49 ns 120 959 617 168 172 2 0 0 0
Total C N O S
49 N5 121 964 620 169 173 2 0 0 0
e Molecule 50 is a protein called 60S ribosomal protein L26-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
o0 n6 122 963 606 187 170 0 0
Total C N O
50 N6 126 993 625 192 176 0 0
e Molecule 51 is a protein called 60S ribosomal protein L27-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
2 nt 135 1092 710 202 180 0 0
Total C N O
ol N7 135 1092 710 202 180 0 0
e Molecule 52 is a protein called 60S ribosomal protein L28.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
52 ns 148 1173 749 231 190 3 0 0 0
Total C N O S
b2 N§ 148 1173 749 231 190 3 0 0 0

e Molecule 53 is a protein called 60S ribosomal protein L.29.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
53 | md o6 M4 277 96 71 0 0
Total C N O
53 N9 58 462 289 100 73 0 0
e Molecule 54 is a protein called 60S ribosomal protein L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
S 100 767 492 128 146 1 0 0 0
Total C N O S
54 | 00 o7 743 479 124 139 1 0 0 0
e Molecule 55 is a protein called 60S ribosomal protein L31-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g ol 109 883 559 167 156 1 0 0 0
Total C N O S
%5 01 109 876 556 167 152 1 0 0 0
e Molecule 56 is a protein called 60S ribosomal protein L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o6 02 127 1020 647 205 167 1 0 0 0
Total C N O S
o0 02 127 1020 647 205 167 1 0 0 0
e Molecule 57 is a protein called 60S ribosomal protein L33-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
57 | o3 106 850 540 165 144 1 0 0 0
Total C N O S
57 | 03 106 850 540 165 144 1 0 0 0
e Molecule 58 is a protein called 60S ribosomal protein L34-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o8 od 112 880 545 179 152 4 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

I L L .
e Molecule 59 is a protein called 60S ribosomal protein L35-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
| o 119 Tfao()’t; 1 6(1]2 115\3]5 127 ? 0 0 0
5 05 119 T906t§1 6(115 115\3]6 1((?7 ? 0 0 0

e Molecule 60 is a protein called 60S ribosomal protein L36-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
60 | of %9 T7O7t8L | 431 11;6 1(3?1 g 0 0 0
60 06 9 1?;)7?1 431 1?6 1(??2 g 0 0 0

e Molecule 61 is a protein called 60S ribosomal protein L37-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
61 | of 53 T605tgL l 3(9]9 111\113 1(89 § 0 0 0
IR N EEE

e Molecule 62 is a protein called 60S ribosomal protein L38.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
62 | o8 K ‘r ass 14 06 0 0 0
62 08 m 1;30f2al 3(9jl 11115 1%)6 0 0 0

e Molecule 63 is a protein called 60S ribosomal protein L39.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
63 | o9 50 Tf;gl 2(732 é\; 605 g 0 0 0
63 | 09 50 Tf;gl 2(732 é\; 605 g 0 0 0
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e Molecule 64 is a protein called Ubiquitin-60S ribosomal protein L40.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
641 a0 b Tsz?l 2?9 é\é e?? § 0 0 0
e Molecule 65 is a protein called 60S ribosomal protein L41-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
ol a | B | 0 | 0 |0
B e | B | | 0 | 0 |0
e Molecule 66 is a protein called 60S ribosomal protein L42-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
061 a2 104 1;30;21 5(235 11;5]9 127 i 0 0 0
66 Q2 105 T804t;L 1 5§4 11;10 1?’))8 ? 0 0 0

e Molecule 67 is a protein called 60S ribosomal protein L43-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o7 1 @ o 1;5052 | 439 11?\)]8 1(2)1 2 0 0 0
o7 Q3 o1 I;)’O;Z 1 429 11?\)18 1(2)1 2 0 0 0

e Molecule 68 is a protein called 40S ribosomal protein SO-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
08 50 206 Iljgt;;l 1(?14 21;18 2(8)3 2 0 0 0
i 206 ?ggl 10017 215\311 2(53 g 0 0 0

e Molecule 69 is a protein called 40S ribosomal protein S1-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
69 51 214 1709 1084 310 311 4 0 0 0
Total C N O S
69 sl 216 1722 1091 312 315 4 0 0 0
e Molecule 70 is a protein called 40S ribosomal protein S2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
70 52 217 1635 1047 289 297 2 0 0 0
Total C N O S
70 52 217 1635 1047 289 297 2 0 0 0
e Molecule 71 is a protein called 40S ribosomal protein S3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
& S3 223 1734 1101 313 314 6 0 0 0
Total C N O S
7 s3 223 1734 1101 313 314 6 0 0 0
e Molecule 72 is a protein called 40S ribosomal protein S4-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 S4 260 2068 1316 389 360 3 0 0 0
Total C N O S
e s 260 2068 1316 389 360 3 0 0 0
e Molecule 73 is a protein called 40S ribosomal protein S5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
£ S5 206 1609 1007 300 299 3 0 0 0
Total C N O S
3 89 206 1609 1007 300 299 3 0 0 0
e Molecule 74 is a protein called 40S ribosomal protein S6-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
“ S6 226 1799 1129 346 321 3 0 0 0

Continued on next page...



Page 28 wwPDB X-ray Structure Validation Summary Report SNDW
Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
“ 56 218 1755 1102 337 313 3 0 0 0
e Molecule 75 is a protein called 40S ribosomal protein S7-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
[E ST 184 1481 951 265 265 0 0
Total C N O
£ ST 184 1481 951 265 265 0 0
e Molecule 76 is a protein called 40S ribosomal protein S8-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
76 58 185 1466 910 293 261 2 0 0 0
Total C N O S
76 58 188 1489 925 298 264 2 0 0 0
e Molecule 77 is a protein called 40S ribosomal protein S9-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
v 59 185 1494 943 289 261 1 0 0 0
Total C N O S
v 59 185 1494 943 289 261 1 0 0 0
e Molecule 78 is a protein called Suppressor protein STM1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
® | sM 131 058 564 193 201 0 0
Total C N O
8 SM 159 1104 652 221 231 0 0

e Molecule 79 is a protein called Guanine nucleotide-binding protein subunit beta-like protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S

[ 316 2497 1535 415 469 8 0 0 0

79 | SR 318 Total = C N O g 0 0 0

2437 1541 418 470
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e Molecule 80 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

80 1 485 PR 0 0
Total Mg

80 9 128 g 128 0 0
Total Mg

80 3 13 s 13 0 0
Total Mg

80 4 19 o 1o 1 0
Total Mg

80 5 449 "o 440 1 0
Total Mg

80 6 160 60 160 0 0
Total Mg

80 7 8 ey 0 0
Total Mg

80 8 10 10 0 0
Total Mg

80 cl 9 ) ) 0 0

80 3 1 Total -~ Mg 0 0
1 1

80 C4 3 Total - Mg 0 0
3 3

80 C6 1 Toltal N{g 0 0

80 7 1 Total = Mg 0 0
1 1

80 C8 1 Toltal N{g 0 0
Total Mg

80 8 9 ) ) 0 0

80 C9 1 Toltal N{g 0 0

80 9 1 Total = Mg 0 0
1 1

80 d2 1 Total = Mg 0 0
1 1

80 D2 1 Toltal l\gg 0 0

80 d3 1 Total = Mg 0 0
1 1

80 d9 9 TOQtal l\gg 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

80 12 9 ) ) 0 0

80 | L2 9 Total - Mg 0 0
9 9
Total Mg

80 13 3 2y 0 0

80 | L3 9 Total - Mg 0 0
9 9

80 | 1 | Total - Mg 0 0
1 1

80 15 1 Total - Mg 0 0
1 1
Total Mg

80 L6 3 A 0 0

80 17 1 Total = Mg 0 0
1 1

80 | L7 9 Total - Mg 0 0
9 9

80 L9 1 Total = Mg 0 0
1 1

80 mo 9 Total = Mg 0 0
9 9

80 | Mo 9 Total - Mg 0 0
9 9

80 m5 1 Total = Mg 0 0
1 1

80 | M5 3 Total = Mg 0 0
3 3

80 mé6 1 Total = Mg 0 0
1 1

80 | M6 1 Toltal l\gg 0 0

80 m7 9 Total = Mg 0 0
9 9
Total Mg

80 | M7 4 PR 0 0

80 | M8 1 Toltal l\gg 0 0

80 NO 1 Toltal l\gg 0 0

80 | nl ! Toltal hgg 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

80 | n3 | Total - Mg 0 0
1 1

0 | N3 | Toltal N{g 0 0

80 | n6 | Total - Mg 0 0
1 1

0 | N6 | Toltal N{g 0 0

80 | nr | Total - Mg 0 0
1 1

80 | N7 | Toltal hgg 0 0

80 n8 1 Total - Mg 0 0
1 1

80 NS 1 Toltal N{g 0 0

80 01 9 Total - Mg 0 0
2 2
Total Mg

80 02 9 Ty 0 0

80 02 1 Toltal N{g 0 0
Total Mg

80 03 9 Ty 0 0

80 03 9 Total = Mg 0 0
2 2

80 04 1 Total = Mg 0 0
1 1

80 04 1 Toltal l\gg 0 0

80 05 1 Toltal l\gg 0 0

80 06 1 Toltal l\gg 0 0
Total Mg

80 o7 9 Ty 0 0

80 07 9 Total = Mg 0 0
2 2
Total Mg

80 Q2 3 2 0 0

80 | Q2 | Toltal hgg 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

80 | s0 | Total - Mg 0 0
1 1

80 | s1 | Total - Mg 0 0
1 1

S0 | s4 | Total - Mg 0 0
1 1

80 | sd | Total - Mg 0 0
1 1

80 | S6 | Total - Mg 0 0
1 1

80 s6 1 Total - Mg 0 0
1 1

80 S8 1 Total - Mg 0 0
1 1

80 | SM 9 Toztal hgg 0 0

e Molecule 81 is TC007 (three-letter code: 8UZ) (formula: Ci3H37N501).

8UZz

Mol | Chain | Residues Atoms ZeroOcc | AltConf
81 1 1 ngal 1% 1; ?0 0 0
81 1 1 ngal 1% 1; ?0 0 0
81 1 1 ngal 1% g 1% 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
81 | 1 1 ngal 1% g PO 0 0
81 1 1 ngal 1% 1; ?0 0 0
81 1 1 ngal 1(; g ?0 0 0
81 1 1 ngal 1(; g 1% 0 0
81 1 1 Tgtgal 1% g % 0 0
81 1 1 ngal 1% 1; % 0 0
81 1 1 ngal 1(;; 1; % 0 0
81 2 1 ngal 1(; 1; % 0 0
81 2 1 ngal 1% 1; % 0 0
81 2 1 ngal 108 1;1 100 0 0
81 3 1 ngal 108 1;1 100 0 0
81 4 1 ngal 1% 1;1 1% 0 0
81 5 1 ngal 1% 1; 1(()) 0 0
81 5 1 ngal 1% 1; 1% 0 0
81 5 1 ngal 1(; 1; 1% 0 0
81 5 1 T‘;gal 1(; 1; % 0 0
81 5 1 T‘;gal 1(; 1; ﬁ) 0 0
81 5 1 ngal 1% 1; 1% 0 0
81 5 1 ngal 108 1; 1% 0 0
81 5 1 ngal 108 1; ?0 0 0
81 | 6 | ngal 108 1; ?0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
81 7 1 33 18 5 10 0 0

e Molecule 82 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroQOcc | AltConf

82 d6 1 Total = Zn 0 0
11

82 D6 1 Total = Zn 0 0
11

82 D7 1 Total = Zn 0 0
11

82 d9 1 Total = Zn 0 0
11

82 D9 1 Total = Zn 0 0
11

82 el 1 Total = Zn 0 0
11

82 El 1 Total = Zn 0 0
11

82 | od 1 Total = Zn 0 0
11

82 | o4 | Total = Zn 0 0
11

82 | o7 | Total ~ Zn 0 0
11

82 | o7 | Total - Zn 0 0
11

%9 0 1 Total Zn 0 0
11

%9 Q0 1 Total Zn 0 0
11

%9 2 1 Total Zn 0 0
11

%9 Q2 1 Total Zn 0 0
11

%9 @3 1 Total Zn 0 0
11

%9 Q3 1 Total Zn 0 0
11

e Molecule 83 is water.

gPrDE
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total O

83 1 597 597 597 3 0
Total O

83 2 154 154 154 0 0
Total O

83 3 23 93 93 0 0
Total O

83 4 7 . 7 0 0
Total O

83 5 556 556 556 0 0
Total O

83 6 204 204 204 0 0
Total O

83 7 19 19 19 0 0
Total O

83 8 10 10 10 0 0
Total O

83 C3 2 9 9 0 0

83 C4 1 Total - O 0 0
1 1

83 c4 1 Total - O 0 0
1 1

83 C6 1 Total - O 0 0
1 1

83 6 1 Total - O 0 0
1 1

83 7 1 Total - O 0 0
1 1

83 c8 1 Total - O 0 0
1 1
Total O

83 C9 3 3 3 0 0
Total O

83 c9 4 4 4 0 0

83 | DO 1 Total - O 0 0
1 1

83 d3 1 Total - O 0 0
1 1
Total O

83 D3 2 9 9 0 0
Total O

83 do6 3 3 3 0 0

83 | D6 1 Toltal (1) 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

83 d9 2 9 9 0 0
Total O

83 12 4 4 4 0 0
Total O

83 L2 3 3 3 0 0
Total O

83 13 4 4 4 0 0

83 | L3 | Total - O 0 0
1 1
Total O

83 14 3 3 3 0 0

83 L4 1 Total - O 0 0
1 1
Total O

83 15 3 3 3 0 0
Total O

83 L5 2 9 9 0 0
Total O

83 19 2 9 9 0 0
Total O

83 MO 2 9 9 0 0
Total O

83 M3 3 3 5 0 0
Total O

83 mb 3 5 5 0 0

83 | M5 1 Total - O 0 0
1 1
Total O

83 M6 3 5 5 0 0
Total O

83 m7 3 5 5 0 0
Total O

83 M7 4 4 4 0 0

83 | m8 1 Total = O 0 0
1 1
Total O

83 m9 5 5 5 0 0
Total O

83 M9 2 9 9 0 0
Total O

83 nl 2 5 9 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

83 N1 3 5 5 0 0
Total O

83 n3 3 5 5 0 0
Total O

83 N3 3 5 5 0 0

83 | N5 | Total - O 0 0
1 1
Total O

83 N6 3 3 3 0 0
Total O

83 n8 3 3 3 0 0

83 | N8 1 Total - O 0 0
1 1
Total O

83 ol 3 3 3 0 0
Total O

83 01 5 5 5 0 0
Total O

83 02 5 5 5 0 0
Total O

83 02 3 3 3 0 0
Total O

83 o4 4 4 4 0 0

83 | 04 1 Total - O 0 0
1 1

83 | 05 1 Total - O 0 0
1 1
Total O

83 06 3 3 3 0 0

83 o7 1 Total O 0 0
1 1
Total O

83 o7 4 4 4 0 0
Total O

83 09 2 9 9 0 0

33 0 1 Total O 0 0
1 1

83 Q2 1 Total - O 0 0
1 1

83 | Q2 | Toltal ? 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
83 | s6 | Total - O 0 0

1 1
83 | 9 | Total - O 0 0

1 1

Total O
83 sM 3 3 3 0 0
83 | SM | Toltal (1) 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: 258 ribosomal RNA

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)

Page 39
Chain 1:

il

9N

v

o - N m
SO
<o o<

8EN

©
1]
O

<
2]
<

©
N
o

©
5]
<

vin

€L1D

6910

9910

LSTV
9G1D

SY10

(a4 %]
1710

9ETD

€ETN
(432

vZin

(494
1344
(4 5]

91TV
STTV

T1€0

20eN

00€D

682y

1829
982N

¥8cy

8.zn

v.L2d
€.L2V

0Lzn
692D

%92d

092D

€gey
[4:141

Ll

0szn
6¥vzn

sven

15743
oven

8ETY
LETD
9€TH
seey
Y€TH

1€2D

622D

LeTd
92TD

¥2ed

(74744

SEVD

TEYD

4474

{444
1344

£0%0
covy
1070

86€V
LBEV

26€D
T6EY

68EY

6.LED

9.€D
SLeY

65€N

SGEV

€G€D
[4144

6vEY

Ll

9geY

Ll

£€ecey
zeen

Ll

[45°%]

Tesy
0zsn

819D
L1599
915V
015D
808N

S6%D

VoV
Svov

6€9D

SE9D

€€90
2€9D
Teon

ceov
129V

619Y

%099

1090

vesn
€690
268V
169D

983V
%890

085D
6.5D
8LSV
LLSD

0LSY
695V

i

8GSN
LGSV
968N
feisieig

299D

*

8¥%5d
L%SD

SESD

9.0
99.0
S9.0

€9.D
coLn

999Y

099y
659D

LS9V

%590

199D

679V
8%90

v.i80
€180

198D

798D

798D

6%80

6€8D

Le8y
9€8Y
S€8D
vesn

Ll

28V

€280

Tzen

3

918V

018Y

L08Y

1
i

€080

T08V

86.D
6.0

€610

0640

98LY
981D

{470
181D
08.LY

LLL0
9L.0

0L.LD

T96D
0960
6560

TS6V

6%60
S¥60
76D
£v6en
076D

LE6D

seen

626V
8260

069D

€060

|

T06D
006D

968V
S68Y

168D
068D

988D

788Y
£88Y

Ll

9.8V

LSOTV
2s0TNn

67010

9010

LEOTD
9E0TY

€e0TN

0E0TY
62019

20TV

SCOTY

€20T0

12019
020TH

8T0TD

0T0TD
9007V
€007V

00TV
T00TD

766D
£66D
266V

2860

86D

V.69

8969

99601

796D

LSTTD
9ST1D

€GTTV

8Y11D

97110
SPTID
wrIn
EVITY

LETTD

TETTH

6CTTY
8TTIN

0ZTTV

81110
LTTTD

RLDWIDE

STTTD
viTIn
E€TTTD

COTTY

860TY
L6019
96010

¥6010
€60TV
26070

L80TD
98070
S80TV

€80TD
280TN
780TN

8,010

9L0TD
SLOTY

CLOTD
TL0OT0

S90TV
7901V

2907V

SPDB

PROTEIN DATA BANK

W


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

wwPDB X-ray Structure Validation Summary Report S5NDW

Page 40

SeeTy

2TeTd
@ TCTIv

61210

91210

11210

60CTD

Y0C1V

8110
08TTV

8LT1D
LLTTD

SLT1D
YL11D

69TTY

9971D

911D

6STTV
8STTV

E€TETD
CIETO

60€TN
80ETY

90€TH
SOETN

COETY

00€TD

96210

26210

S8CTH
%8210

6,210

T6€1D

68€TD

98ETY

CT9ETD
T9ETN

6GETO

LSETD

€9€TN

SYETD

CYETD

0%ETD

8EETD

F

62ETN

LTETD

Szemn
vcen

(4433

6T€TD
8TETY

9TETD

1871V
08%1D

€LVID

LOVTV

YSvIv

(4144
TS71D

8Yv1IN

144475
eYvID
(474450

(974747

8EYTN

SEVIV

CEYID

8TYIV

4442

[44745]

9T%TD

ETHTD

1254%

+

Y0%1D
€07 1D
20¥%10

S6ETD

® €9S91D
C9STD

09STD

LSSTV

GSSTN

TSSTO

8%91D
L%S1D
9YSTV

asin)
€VSTD
(4419
19510

BESTY

9€STD

€ESTN

TESTD

92381Nn
§2STH
YCSTv

2esTn
T2S1D

9TSTD

71STD

c¢IsTn

S8Y1D

EVITY

7910

CTEITY

62910

S2oTV

0z91n

v1910

0T9TD

S09TV

L8STY

981D
SLSTV

€L8T1D
TLSIN

® 0.S10

895TN
L9510

® §9S1D
7951

€LLTD

0LLTD

89.TN
L9L1D
9919
S9.10

T9L1D
09LTV
6S.LTD

TSL1D
0S.LTV

15734

9ELTD

6CLIY

STLID
veLin

0zLIn

PAZAN

20LTN
669TV
18910
€89TV
LL91D
S991D
%9910
€991D
991D

LS9T0

SS9TD
P91V

SvoTN

681D

T68TD

688TD
8881N

28819

08810
6L8TV
8181

T.8T0

1981V
99810
G981V

SS88TN
75810
€98T0
(41535

67810

LY8TV

S%81D

3

T¥8TY

8€8TD

SEBTV

281N

L1819
9181V

vI81V

0T8TV

808TD

7087

1

L6LTY

L0TCV

coten

L0zey

so0zen

[4:)549)

9812Nn

€812V

08129

L1280

3

0Lten

(45154

0812

Ly1eV

vyiey

(445414

o¥Ten
6ETTY

Lgren

TETTY
0€TTD

Lz12n

serey

(44543

0712

oceey

ST€TD
vieen
E€TETY

TTETH

L

L0€TD

86220

88¢¢H
182D

08TeY

8.T2D

I

¢LTed

€922D

§8cey

(41444

0522
6%22D

L¥Ted
9%2ed

vveey

Tveen
0¥%2ed

LE22TD

82TV

§ggeen

ceeey

[45449)

[J5443)

0T¥ed
(15744

L

15740

T1ven

vovey

[4u741

L6ETY

€6€CD

T6ETD

68€TD

€8€TD
T8ETD
T8ETH
08€2N

8LETD
LLETD
9.L€2TD

V.LETD

cseey
rseen

8veTy

oveen

LEETD
9€€TN

veeen

v¥¥Cd

LEVTD

SEVTD

{474

€cven
(447449

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report S5NDW

Page 41

L1520

v.52H
€.L5TD

0.Lszn
6952V

L9520

L

1952y

98920

SG52H

2SSTO

6%52H
8¥%520

9.92V
S.920
vhmw<
hwmm<
ﬁwmmu
L8592V
9592V

%9920

zs9zn
ﬁmmmu
9%92D
meNu
meNo
veozn
€€920
Nmmmu

8292V

9292y
S2920

mmﬂmu
0292
6192
8192D
L1920
91920

¥192D
€1920
21920

079ZD

8092H
L0929

L

€092

0092D

S6SCY
%6520

L
I

F

S8STH

18520

CTLLTO

0.L.ZD

89.2n
L9lzn

%9.20

coLey
19429
092D
65.2n

€929
csLen

8¥V.LTV

1524

segLen

CELTD

0ELZD
6c.Len
8CLTH

922D
geLen

+

T1.L2D

80.20

S0.LTY

[4oka )

£692D

1692V

689CY

28920
18920

6.L9CY

L192D

%.82D

2.L8TV

04820

89820

|

982N
19820

8982N
19820
99829

H

S78TY

£¥82n

L

8E8TY

9€82D
SE€82N

£€8eY

828¢H
Lz8en
9z8TN
§S28T0

1282D
0Z8TY

1182V
01820
60820
2082V

00829
66.2Y

¥6.2D

8L.LTH
LLLTD

ww“mu
T962D
ow“wo
wm“wu
2S62D
TG662D
omﬂmu
L%62D
oveey
S¥62D
vvecn
€¥62D
[44Y

0762V

8E6TH
LEBTD
9E6CY

veecy
€E6TY
ze6en

L2620

262D
veecn

L162D

€162D

ﬁﬁMN<
s062n

T062D

8682D

mm“mo
68820
88820
,88TY

S$8820

882N

6.,0€0

9.0€0
SL0€D

0LOEY

890€N

€90€D

050€n

TY0ED

zvoen

EEOEY

S20€0

0zoen

9TOEY

000€V

L662D
96620

26620

0662

1862V
98620
98620
%8620

L

8.620

v.L620
€L62D

1,62V

6962V

L962Y

S962n

68TED

L8TEV

i

08TEY
6LTEN

9.LT€ED
siten
vLIEY
€L1€D

TLTEN
0LTEY
69T€EN
89TEV

S9TEV
¥91€D

6STED

LSTEN
9STEN
SSeTEN
¥STED
€STEN

TS8TEN

€¥1€d

Teren
0ETEY
6CTEY
8CTED

ETTEY

Teren
0zZTED

9TTED

0TT€D
60T€D

860€D

260€0

980EY

¥80€D

982€D

8zen
08zen
B6LTEY
8LTED

B6ETED
8€TED

S€TED

622D
82TED

ozeTey
§TTED
¥ceed
€TTEY

Teeed
0zzed
61CED
912€d

€T12TeV

0TZEY
60CEV

L0zen

66TED
86T€EN

S6TEN

T8een

8LEED

9LEEV
SLEEY

€LgEN

0LEEY
69€ED

£9€EN
CTIEEY

09€€D
B6SEEY

95€ED
sseen
vseen
€5€ED
c¢seen
Tseen
0S€ED
B6YEED

LYEEY

Sv€ED

TYEEY

SGEEEY

EEEED

0zZeEY

€T€eNn

OTEEY

LOEEV

Y0€EN

L
L

e Molecule 1

S6TEV
vecev

062€D
68CED

18zen

€6€EN

€8EED

25S ribosomal RNA

27%

59%

Chain 5

[443]
j143)

81D

STD

122D
Teey
0zTH
612V

912D
ST2D

Lozn

€02

+

961D

1610
0670

18TV

2810

S.L10

0LTD

991D

LSTV
931D

2sTn
TSTV
0STY
yin
6ETD
9ETH
SETD
vemn
€ETN

ey
12Ty

91TV
€110
cTin
1110
60TV

90TV

LyeD

9EEY

veev
€EED
CTEED

0€ED
6zen

veey
€TEeV

ST€D

T1€0

Soen

162D

S6cv

1620

8820

1829

9820
382y

082N

8.lzn

v.L2d

692D

144

zsen

0szn
(740
8¥en
L%2d

x4

(449

oven

8zen

LEVD

SEVD

CEVD

8ThY
L2%0

(05718
607V
807V

R LDWIDE

O

PROTEIN DATA BANK

W



SNDW

115D

90580

wwPDB X-ray Structure Validation Summary Report

(744

Page 42

6T9Y

TT9Y

%099
7090
7630
268V
889D
7880
083D
6,99
8.8V
6939V

298D
198D

6GSV

LGSV
9680
SG6S0

0 o) o © N~ o
NN - |
SEETITILZ
o < o (SN

0zsn

L1SD

ST1S0

0LLD
9.0
99.0
S9.0

8G.D
LSLD

9eLY
SeLY

2ceLD

LTLD

L

0TLY
6T.L0
8T.LD

9TLY
STLY

CTLD
TILY

S0LY

T0LD
004D

169V

7890

LLOV

SL90

699N

€990

099Y

999V

%990

[4sich]
199D

679V

99D

%90

6.80
118D
[ousv

S.89
.80

8980
1,989

798D

1980
0989

1989
958D

268N
1680

98V
8€8D
SE8D
£€8D

0egy
6230

Le8y
928D

[44:5]
Teen

L18V
918V

€18
608D
908Y
66.D

98.LY

1860

S.60
0L6V
996N
196D
0960
636D
€969
%60

cven

6E60

ve6D

1,260
926V
S6eY

€260

TC6V
ozey

ST6V
w16y
€16V
216D

606D
8069
069D

8680

968Y

768D

1889

0889

can
€601V

L80TD

280TN

6L0TV
8010

SLOTV

TLOTD
TL0TO

S90TV
7901V

9501

€501V

6%01TD

LY0TV

0E0TV
620T1D

20TV
920tV

44Uy
€20TD
czoTn
T201D

ST0TN
v10T0

0T0TD

001N
€00TV
00TV
TOO0TD

|

766D
€669

8860

66TTD

LBTTY

76T1D

[4:1a%)
T611N0

881TN

€8T1D
[4:194 4
8710
08TTYV

8LT1D

8601V
L60TD
96010

62CTD
82CTD
pX44%)

STy
i£44%)

(4445

61C1D

(4144 4
11210

60CTD

S0TTY

20Tty

SLETD

0LETD

LSETD

8vETN
LYETN

EVETY

0%€TD

8EETO

CEETY
TEETN
0EETY

8CETD

vzen
€CETD

T2ETD

€IETD
CIETO

60€TN

90€TH
SOETN

E€0ETY

98CTY
S8CTH

L

821D

0TST1D

80STO

€0STV

96%10

|

w8vin
€8%1D

6.710

SOVTY
v9%1D

09¥TV
6S¥%T0

F

(G444

VYTV

€YPID
[44491

-

9EY 1IN

YEVTD

12545

62¥TD

0Z¥10

LIPTD

9T¥T0

€TPTD
(4545

66ETY
T6ETD
L8ETD
98ETY
S8ETO

08ETD

60970
80910

9097N

v6STV
€6STY
26STH

F

06STH
689TV
8891V
L8SGTV

€891V

08STV

8.LS1D

SLSTV
¥.S1D

cLSTN
@ T.LSTV

® S§9S8TD
79910
€991D
C9STD

owmqu
LSSTV
9GST70
SGSTN
751N

CSSTH

08STD
651N
wwm«o

8E€STH

9€STD

€ESTN

TESTO

LTSTD

T9.10
09.LTV

L

9SL1D

0S.L1V

SYLID

9€LTD

OJmﬁu
SCL1D
vTLIn

L7110

STLTV

TOLTD

€891V

7,919

cL9Tn

S99TD

€991D
991D

85919

SS9T1D

SvoTNn
¥¥910
EvoTV
6€91D
€€91D

0€9TN
62910

SOtV
0z91n

ST9TD

8581V

S58TN

€58T0

TS81D
0881V

Y7810

14141

7€8TN

CTEBTD
TE8TN

§28TH

T281n
0z81Nn
61810
81810
L181D
918V

VI8TV
€181V

S08TD

L6LTY

S6.T0

€6.LTD

28.L1IN

08419
6LL1D

9LLTD
SLL1D

cTLLTIN

69LTD

F

@ €S6TD
Nmmﬁu
TE61N
ommﬂ<
mmﬂau
0z61Nn

€161V

1161V

206TD
TO6TV

v6810

988TY
S9881TN

08810
6.8TV
881D

Y981V
€£98TD

T981H

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report S5NDW

Page 43

S0T2D
coten
T0T12D
ootey

€602V

T€2TD

6zceey
8ceey

€eeey
eeeey

[45449)

S2ETH

114444
0ZeTY

81€TN

80€2D
L0€TD
90€2D
S0€2D

86zTNn

98T2N

%8220

28cen

6.Lcey
8.22D

€122

L

69z2n

it
L5220
9GgTY
SGTTY

€82TH
[4t4a )
1922H
0522D

82D

9vTTH
S¥2To
vveev

veen
0%2Td
6ETTH

607D

L0%2D
90%2D
S0%20

[4vi%44

00%2H

86ECY

S6€CD

€6€CD

06€TY

98€TY

€8€TO

C8ETH
T8€TH

6.g2n

9LETH
SLETD

€LY

TLETD

99€TD
S9€TO

£9€TY
C9€TO

6G€TO

SGETH

8YETY

9Y€TD
Sveey

9EETN

veeen

CEETY

0EETO

9CETY

154744
02D
6EVCY

LEVTD

SEVTH
veven
€EVTN

TEVTO
0EHTY

Leven

reven

5744
8T%CH

91¥2N

14574
15741

T1%20

8%9¢D
LySev

Eic1ae)
vvsen
€¥sen
¢vsen
TvSen
ovsey
6€9CD
8€9eNn
Lgsen

982D

€8y
(44143

STSeY
v1sen
€15en
[q5:149)
T182V
01520

8052n
L0S2D

L

50520

592N
TS92D

L¥9Ty

ov9Ty

SE9TY

8292V

9292y
92920
292D

0292
6192D

L1920

192D

c19zn
11920

6092V

L0929

1092V

£65CY

6852

S§85CD

6%52D

21820
1182V
01820
mo“mo
1082V
0082H
66.L2Y

16,20
96.2D

F

8L.2D

€L.2D

TLlLTn

c9LTy

€G.2D
c¢slen

LELTD
6cLen
8C.LTH
LeLey
92,20
61.20

STLCY
1.2

9692V
S692Y
w692V
1692V
0692D
6892V

£892N
28920

LL92D

.92V

8992N
L9992V

£€992H
299TH

L8592V
9592V

0682V
68820

88TV

+

S$8820

18820

8.82H
1.82D

69820

19820
9982N

982N

09820

85820

€982V
2982D

682D
8%8¢D

982N
S¥8Ty

(4745141

0%820

LEBTY

1€82H
0€8ZH

Lzgen

j£4:14)

[44:141

L

81820

9182H

%182D

86TV
98620

08620

8.62N
L16TD
9.L62V

+

89629

99620
%962D

-

2S6TD
19629

6v620n

LY¥62D

E£¥62D

L

968TY

68TV

(4434
T21EN

9T1€D

€0TEY

TOTED
ooten
660€0

060€N
680€D

L

L80€Y
980V

080€D
6.0en
8.0€N

I

9.0€0
SL0€D

690€D

€90€D
290€D

650€D

950€n

£50€D

250D

870EY

Lv0en

€%0€0

6€0€D

220€d

800€Y

%00€D

662D

96620
S662V

£662D

3

612€D
8TCEV

912€d

T12€0

B60CEY

L0zen
902€D
§02€D

86TEN

96TEN

L8TEV

T81€D
08TEV
6.7€N

S.TEN
YLIEY
€LTED
CTLIEY
TL1E0
0LTIEY

i

LSTEN
98TEN
§STEN
¥STED
€STEN

TsTEN
O0STEV

vPTIED
EVTED
CYIEY

LETED

SETEN
veTEY

TeETEN

6CTEY

LTTEY
9CTED

YCTED

8T€ED
Lieen
9TEEY
TT€ED
LOEEY
vogen
v6CeY

982€D
§82€D

8zen

6LTEV
8.T€D
Llzen
9.T€D

ELTEY

TL2ED
0Lzen

89CEY

992€D
T92€D
092€D
652EN

€52€D
csTed

6%CED

L¥Ted
9%2ED

vheey
EvCeEY

6€2ED

S€TED

Tecen

62TED
8TTED

veeed

122€D

96geN
S6EED
veeen

68€EN
88EED

98€ED

€8€ED
Z8geNn

8LEED

69€€D
89€EN

€9gen
ToLEY

95€ED
sgeen
vseen
€G€ED
2¢Seen
TSEEN

Sheed
YYEEY

18S ribosomal RNA

TYEEY
Treen
0%€ED

8EEED
LEEED

e Molecule 2

GEEEY

ozeey
6T€EN

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report S5NDW

Page 44

3%

6%

29%

64%

Chain 2

verv

7110

1110

voTV
€0TV

1010

€D

LD

STn
710

|
@ W
II'< IIo °

ceen
rTeen
0€TO
6cen
82TH
(44§

81¢V

981D
981N

6LTY
8L1N

9910

1910

651N

L

€STD

ovIn
SYIV
vvin

Wi
(07434

LETN

cETN

Leen
9zeD

[44°0]

6T€EN

71€0

crey

i

80€D

90€n
S0€0

662V

9TVV

(4544

S0%0
70%D

0%
TovY

98€D

69€V
79€ed
T9€D
09€Y
6SGEV
zsey
vvey
TvEV

8€ED
LEED

EEEV
ceen

SGSV
€650
675D
8¥%5D
L%Sn

il

{4214

6€39D

8E3Y

SeSY

2esn

LTSy
9TsY

6150

915D

%199

S8YV
¥8¥0

LLVY

SLYY

89%V

09N
679N

0von

8e9N

(74°)
619V

190
919D

%190

Tron

2890

0890

Teen
ozsn
618D

218V
T8V

L08Y
908Y

161D

S6.0

¥8L0

8LLD

T960
096N
6560
9560
TS6V

8¥6D
Ly60

443

T%6D
76V

6E6Y
seen
€60
€E6Y
626V
9zev
Tzen

ST6Y
716D

zren
TTen

868V

9680
S68D

8880

9880

88V

298V

098n

988Y

2580

€€8N

TEsN

5010
9501

€50TD

0%0TD
6E0TY

SE0TD

€E0TD

L

62010
820TD

9201V

0ZoTY

71019

S00TV
700TN

TOOTV
000TD
6660
166D

S66Y

€66V

L

S§86D

€.L6V

3
3

66TTD
86TTD
LBTTO

S6TTO
V611V

68TTV
88TTD
8710

S8TTN

18770

SL110

L9TTD

€911V

19110
0971V

8GTTO

SGTTD
¥ST11D

T1STTY

6711D
8Y11D

9VTID
eVITY
6ETTY
8ETTV
LETTY
¥€T1D
ETTTY

60TT1D

00T 1D

86010

€601V
2601V
T60TV

etV
0veTN

8EETD

CEETD
TEETV

¥2eTd

T2ETY
0zZeTN

9TETD
STETN
v1e10
CIETY
TOETN
16219
L8TTY

S8CTN
%8210

08210

L.21D

L5210

1S210
0szTNn

SYCID
vverv
E€YCTD
15745
621D
82CTH
praan |
9TTTY

8121
L1TTY

ST2T0

80CTY
L0210

20CTY

002TH

onmao
L9V1D
99%1D
mwmﬂu
T9%10
09V1V

LS%TD
98710

8%¥1D

VYTV
SYv1D

CEVIN

8TV1D

L

(474

STV

[
€TvIN
[as 4%
TIPTV
OT%IV

06€TN
68€TD
88ETV

€8ETD

CLETN
TLETY

L

Y9€TD

ToETN
09€TV

3

PSeTD

67ETD

SYETV
eIV

TLSTD

69STV

L

€9STD
C9STD

LSSTN

{4715

0%STD
6€STD
8€STN
LESTD

R LDWIDE

YESTD
€ESTD

0€STD

414

T2STD

L1810
9TIGTV
STISTY
visTn

11570
90STD

00STD
66%1D

€671V
1455444

68710

[4si4%)
ﬁwmﬁo
SLYTV
2545

TLYTID
TLYTV

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report S5NDW

Page 45

® LOLIV

® S§691D

S29T1D

81910
919TD
ST9T0
P91V

1191V
0T9TD

L09TD

0910

0091V

LBSTY
96STO

06STH

831D

%810

S6.TN

5%

€6L1D

T6LTY

X
wn
o~
Z, N
O
o ©
EEm ©
g
111D

9pLTY m
EIAD 3

| !
6€LTD =

=

[ |
9819 o]

] o]
€810 —
zeLTY .
TELTY ™
ez O el
62410 = .

| g ©

92419 <

S .m
o
. =
° ° O

9TTV

ST1D
¥110

601D

YOTVY

*

S6D

o oMo ¢ I
Iﬁ s 5 SIEIB

29N

09n

L8D

SV

LYY
i

L

(44

©
™
O

¥ed
T€0
Len
14 4
S0

0zd

oIy
6ETD

LETN
9ETD

CETN

T7eV

L}

EEEY

TEEV

i

9TEY

¥1€d

80€0

90€eN

20en

662V

182D
0820

8.Lzn
L.20

L

€LTD

TL2V

89%Y

29¥%N

09%V

SG%0

€5¥0

8%¥D

%%

6E7N

€EVD

62%D

9C¥H

wZvd
€2C¥D

LLED

69€Y

6GEV

SG€D

[4ci4 )

[ 43744
1670
06%D
6870
88%D

98%D
S8YV

SLVV

9%90

ovon

8e9N

TTov
Teov
029V
619V

€19D

Tron
019D
6090

109D

709V

G659
v6SV

0650
6830

288N

oo~ 0o
[ I NN NN 00
WY W W W W W
TPV D <ID

0.LSY

895D

SSLY
YSLY

0S40

L¥.LD

L}

EELY

1690

S690
769N

T690

189D

989V
789V

L
+

89N
089N
6,90

716D
€769
cren
868V
918D
€180

998D

vosn
£98Y
298Y
T980

858D

958V
€esn
628V
8z8n
1280
618D
cI8y

TI8Y
018D

+

€08V
208D

S6.0

€6.LY

Ll

€8.LD
z8.L0

08.LY

SLLD
YLLY
€LLO

9.0

95.LY

SS0TN
¥so1n
€50TD

TS01D

Zv0Td
901D
0%0TD

|

%€01D
€€0TD

62010

920TY
12010
90070

S00TY
70010

|

166D
9660
S66Y

TL6D
TL6V
046V
6960

996V
096N

6560
8560

9560

TS6Y

{4740

6€6Y

Se6en

€E6Y

1260
9zev

871N

LLTTD

€LTTID

L9T1D

Y9T1D

29110

0911V
6ST1D
8ST1D

SSTTD

TSTTV
0STTD

8¥T1D

8ETTV

8TTTD

$IT1D

TTT1D

60TTD

TOTTD

86010

960TD

2601V

68010

28010

CLOTD

901D
€90TN
2901V
T90TV

850TN
L5010
950TNn

STETN
viemn

TOETN

16210

88CTD

821D

0821D
6,210

L.81D
9,210

whmﬁo
€9CTD
Nwmﬁb
Eizan)
S¥CT1D

O

R LDWIDE
PROTEIN DATA BANK

E€%CTD

15745

8¢CT1H
Leety

02e1d
61CTV
81CTD
L1TTV
1121V

80CTY
L0210

20CTY

6611D

16110

68TTV

8110

W



wwPDB X-ray Structure Validation Summary Report S5NDW

Page 46

8¥¥1D
L
izdal
1445
|
(447450
|
8TV
LTYVTY
l44%)
L sermy

449431

Nmmﬁ<
STP10
4520
€1v1In

(4945

00%TV

meﬁD
06ETN
mwmﬂo
mmmﬁc
whmﬂb
TLETY
Ohmﬁb
¥9€1D
€9eTN
29eTN
ﬁwmﬂb
¢mMﬁU
LPEIN
9YETY
SYETV
eIV
mwmﬁb
ety
8EETD
hmmﬁ<
e
TCETV

9TETD

09STNn
6SSTV

LSSTN

7SSTN

T¥S1D
0%STD
6ESTD
8€STN
LESTD
9€8T1D
SESTN

TESTD

F

€CSTD
T2S1D
9TSTV

SISTVY
71510

CISTD
T1S810

908D

S671D
Y6710

14544

98%1D

[4si4%)

L

TLYTY

L9%1D

99710

(4545
19710

6SVTD
8S¥TD
LSPTD

€SPTD

989TD

1891V

TLOTY

99910

=

9%9T10

8€9TD
LEJTD

S29TD

12910

L

9191D
ST91D

0191D

L0919

S09TD
20910
T091D
0091V
96STO

T6STD
06ST1D

831D

SLSTD
VLSTD
€LSTY
CTLSTD

69STV

008TY
mmmﬁb
96.LTD
S6.TN

31%

€6.L1D
2T6L1D

L8L1D

S8.10

€8.T0
T8LIY

08LTD

MNmao
0LLTN
69,70

L9.1D
99LTV

09.41D

LSLTD
9GLTV

+

5S ribosomal RNA

LIV

e Molecule 3

—
67%

Chain 3

001D
669D

L6V

[Fe
[
IIIIII“ II

16D

68D

€80

T80
089

LLD
9LV

7.0

199

S99
890
vsn

€380
[4:1)

II" IIII
S
O

920

{44 4

L1V

ST0

eIV

60
89

e
911D
viin
€110
(435}
70TV

[4aa g

5S ribosomal RNA

e Molecule 3

20%

79%

Chain 7

(435}
€0TV

[4ua g
T0TD

T6D

5.8S ribosomal RNA

e Molecule 4

%

5%

31%

64%

Chain 4
<< o O <

9010

co1n

0LD

€90
290

635V

ey

L¥D
44l
9€D

S€D
ven

919

4%

110

LS10

SSTV

[4<15]
TS1D

44T

0%1D

8ETY

5.8S ribosomal RNA

9ETD
SETD
vETD

821N

e Molecule 4

9CTV

crin
111V

101D

SOTV
voTv

0070
S$6D
.
760
060

18D
981

32%

6LV

oLV

04D

44l

64%

6€D

Chain 8
|

831N
810
9s1Nn

[4<) 5]
TS1D

0%1D

8ETY
LETD

210

szin

1z

811D

911D
ST10

€110
crin
TV
011D

90710

O

R LDWIDE
PROTEIN DATA BANK

W



Page 47 wwPDB X-ray Structure Validation Summary Report

SNDW

e Molecule 5: 40S ribosomal protein S10-A
32%
. . —
Chain CO0: 76% 14% . 9%

(] [ )
— — =
[ ] (]
e Molecule 5: 408 ribosomal protein S10-A
19%
Chain c0: 68% 20% 1%
o [ N ) o000 o o0 o oo o o oo o
e Molecule 6: 408 ribosomal protein S11-A
30%
. .
Chain C1: 87% 11% .-
o 000000 o0 o o o [ ]
2] = = = I ~ I =
[ ] [ ] [ X X ) o000 00 00000000000 O0CO
& mill3 $
5 M= 2
e Molecule 6: 408 ribosomal protein S11-A
13%
Chain c1: 74% 19% 6%
e oo e o o 00 00 o [ ] (] [ ) [ ]
o000 o
< = ~ n X =

e Molecule 7: 40S ribosomal protein S12
39%
. - ——
Chain C2: 62% 20% . 17%

[ ] (]

o [ © o o o=
2 9 S 0 1010
| =] =

— ©
© ©
= =

R54

©
re)
)

L59



wwPDB X-ray Structure Validation Summary Report S5NDW

Page 48

90TI

(X ]
o
O
—
©

e Molecule 7: 40S ribosomal protein S12

881

983

o0
0
(5]

[
N
~
-

TLI

13%

21%

i

65%

38%

Chain c2:

[ ]
2N

TLI

€9A
291
T9A

691
851

S¥1

b

€74

L

9€1

8C1

*

0714
6ETH

9ETI

(435

6214

SCIN

® TCIA
® 0TTA
@® 611S

® 9TTIA
® STIA

L

90TI

e Molecule 8: 40S ribosomal protein S13

€84

t

17%

83%

5%
L

Chain C3:

TSIN
0STA
(0j45:8

G211

0ozTs
STTT
SOTN
2011

881

9.4
191
94
e 9

8SH

e Molecule 8: 40S ribosomal protein S13

95a

9%

15%

84%

Chain ¢3:

1

Ly1S

EVTS

e T¥IX

6ETM
8ETIN

et

STTT

SOTN
o1y

45!

3

984

81

0L}

by
Q
~

e Molecule 9: 40S ribosomal protein S14-B

09A

i

Hi

5%

19%

79%

Chain C4:

9eTYd

€eTYd

L2714

3

€CTS

e vIld

€0TH
{401

€61
263

06y
68L

T8A

B6LA

[4st:!
TS

€Vl
(478

6€1
8€L

TeL

6CH

9L

b

e Molecule 9: 40S ribosomal protein S14-B

e ¥id
® €I

21%

16%

.

84%

Chain c4:

® <2011

T6L

T8A

6LA

99a

TOW

1

150

673

® TWA

ves

TEL

921

E€TA

3

® LETT
9€TY

e Molecule 10: 40S ribosomal protein S15

O

R LDWIDE
PROTEIN DATA BANK

W



Page 49 wwPDB X-ray Structure Validation Summary Report S5NDW

10%
. — ——
Chain Cb: 70% 17% O 12%

o () o o e oo
NN ENQ N ~ Y W o Mg MY BN MO < o™ ~ 0 o - ©
Qo mgEe Ny s pgmgmymyme 288 © [© © 2 ®
B d AR BEMA & @ o® BnXa <@ | =

e Molecule 10: 40S ribosomal protein S15

E110 ©
I121

P125 @
V126
H128

13%
Chain c¢b: 74% 13% . 11%

[ ] (] (XX X ) o0 o o o o o

~m > [ 0=~ [=] £ m - ~ 12 A - = O [ ~
[ X )
e Molecule 11: 408 ribosomal protein S16-A
33%
. e

Chain C6: 78% 21% .

°
wn [
q'-w — [
= o w =
°0 o0 o000

-I-I- + B

e Molecule 11: 40S ribosomal protein S16-A
30%
Chain c6: 80% 18% .

K14
E40
143
L44
L53
L54
R68
V69

e O 0000 o0
~
o
IIII II IIl. II II}“IIIIIIIIIIIII“*IIII%I:>

D113
1118
R123 @
P124 @
K128 @
5136
R137
F138
S141

<
—
-
~

I'-"I B

° e o o o o o ()
0 O~ IIII|I
YR

e Molecule 12: 40S ribosomal protein S17-A
15%
Chain CT7: 71% 4% .19

[ ) o0 o060 o 000 o [ X ) (] o0 o000 o
ollqg ® W © =] o N ©
n o~ i o N N ™ © © ~ s
= PER -V N H = = x A

K23
128
R68
V69

D98
T110
D113
T115
L117
K127
K128
R137 @
S141
R143

L46
K49
R78
Q83



Page 50 wwPDB X-ray Structure Validation Summary Report S5NDW

e

e Molecule 12: 40S ribosomal protein S17-A

Q105
L119
V124

5%
. — | —
Chain c7: 76% 2% - 11%

° o o ° ° °o o
(2} (o2} < © N~ [} o o

o™ S o -y o 5@ © o
= < o - - ~ - /m o

e Molecule 13: 40S ribosomal protein S18-A
11%

. —
Chain C8: 77% 20% -

o oo o (] (] (] (X )
] © o -l® @ o
] @ - L] - & llto © ..ro = N
= =4 = = 25 s R (= N o
II II ..iI

e Molecule 13: 40S ribosomal protein S18-A
10%
Chain c8: 81% 17% .

° o o ° o o o e o o
o o < ~ [se} oo © ~ ~
«™S a3 = & QEmgmg s b pEmgme S >
- ©n -] = a - £ ~ = = = 12 =A =}

e o I

e Molecule 14: 40S ribosomal protein S19-A

L46
V85

[
©
i
—
pE

F11
L17
N21
126
K27
V38
H55
Q71
T93
T100
S107
K108
R110

Vi33 @
Ql!G
T138
T 1!1
R143

S43
|
T100
|
V105
|
L116
|
I119

Q136
T138
R144

10%
Chain C9: 87% 2% -

[ ] [ ] [ X ] [ X ] [ X ] [ X ] [ ] [ ] [ ] [ ]

N ®  © N~ o N~ w s © o < 8 II:% b Ilﬁ;

5 E B g 2 £ ‘W Em = 5 23 2

e Molecule 14: 40S ribosomal protein S19-A
8%

Chain ¢9: 85% 14% -

K27
L28

[ ] o o o o0 o o (I )
=M __© N 03O N0
o © — o o — N Qo
© S o ) 5 .\-,\-3 o o R
= 2] > H > X H & m J H BamMmEA



Page 51 wwPDB X-ray Structure Validation Summary Report S5NDW

e Molecule 15: 408 ribosomal protein S20

9%

. L

Chain dO: 74% 21% v
0000 (] [ ) [ ]

o —H o |2 = - = o ~ = = £ = > =] Mo o =" =
8
=
e Molecule 15: 40S ribosomal protein S20

37%

Chain DO: 77% 20% T

(] [ ] 00 [ X J 000000 o000 00O [ X X X ) (]

e Molecule 16: 40S ribosomal protein S21-A
10%
Chaindl: T 87% 13%

° ° (X} (XX o o
o - N
8" oo goamy g™ it
A X O oA > = £ 12 n wn

e Molecule 16: 40S ribosomal protein S21-A
10%

. [—
Chain D1: 86% 14%

o0 o0 o ° [ X ] °
- — o © = 0O O o N
o N osw©eN < ro) NN NN ® 00
=mEAax8o 4 m = a [ 1 [ = >

e Molecule 17: 40S ribosomal protein S22-A
13%
Chain d2: 88% 1% -

1103
1108 ©
E109 @

°
o oMo o o < o o o IS &
N~ — - o [y} [} < wn wn © o (o} ~ i
=) == ~ ©wn o X a ~ ~ - o - ]

e Molecule 17: 408 ribosomal protein S22-A
16%

. ——
Chain D2: 84% 13% .

° o o o ° ° o0 o o o oo °
~ 3 Q= S 8 8 2 & 3
= o ~ (=] =] ~ (2} 5] o

WO RLDWIDE

S31
153
D54
1103

M111
vi21
S122
L126

PROTEIN DATA BANK



Page 52 wwPDB X-ray Structure Validation Summary Report

SNDW

e Molecule 18: 40S ribosomal protein S23-A
3%
Chain d3: T 88% 12%

+

czmm
X3
|
L9
om0
S11
K14
[Ls
R16
|
R19
-*-°
sS47
|
K56
|
R73
|
N79
|
T84
|
Vo6
|
D100
|
L103
|
F107
V127
|
V130
:::jl:::‘

e Molecule 18: 40S ribosomal protein S23-A
7%

. [—
Chain D3: 83% 17%

(X X ) (] (] o000 o
oo Mo oo ] Ol o e o By WL o~
N H o N 3 il N T O®0 ®0 00D
2EBAa & @ EHE=E n B 2 O XMBEBH A= =ZR>A

e Molecule 19: 40S ribosomal protein S24-A

6%

D100
L103
|
F107 @
|
K110
|
K114
K140
|
R144

Chain d4: 84% 16%
° ° o0 oo °e
O M N Y 10 o Mo W @ o I oy I oo I oy - B © SR & Emd
© — — - N o mnomn < < < n 0 © ~ 0 00 — — — ~
= ~ - w0 x =2 >0 X = X X 23 = = 3 = £ - X =

e Molecule 19: 40S ribosomal protein S24-A

11%
Chain D4: 81% 16% -
[ ] [ ] [ ] [ X X ] )
e Molecule 20: 40S ribosomal protein S25-A
17%
. I
Chain db: 76% 21% -
0000 [ X ] [ X ]
o [N © <+ I - W © N~ o 2] S 38
B BR B o2 L@8X & EE=c
e Molecule 20: 40S ribosomal protein S25-A
31%
. e
Chain D5: 71% 29%
o000 [ X X J

WO RLDWIDE

OTEIN DATA BANK



Page 53 wwPDB X-ray Structure Validation Summary Report S5NDW

e Molecule 21: 40S ribosomal protein S26-B
31%
. -
Chain d6: 82% 18%

o [ o N < wilo o
wow ® R Qo

e Molecule 21: 40S ribosomal protein S26-B
12%
ChainD: T 73% 22% -

e e °
3 © o o —
o ) gas
= m A maAa A

Y59
E61
Y62
183

~"eE g
n ®EEx

vis
K19
I41
144
K70
S76
183
V84
R85

e Molecule 22: 40S ribosomal protein S27-A

21%

. I ——
Chain d7: 85% 15%

o e o o o o o oo e oo (]
] < B e [ ) ~ENO =

o o o M oy © ~ @0
= X a o H (SR = B 2|

e Molecule 22: 40S ribosomal protein S27-A
6%

. _—
Chain DT: 85% 14% -

° o o o
o <o~ o Q 0
© 3] SBSE™S n g -
=] X AEXK O O < I

e Molecule 23: 40S ribosomal protein S28-A
8%
Chaindg: T 73% 25% N

e Molecule 23: 40S ribosomal protein S28-A
22%

. —_—
Chain DS8: 76% 24%

I ) [N X ) o0
o < o N oo o
0 0~ © ] mo0 0 <
B> B Hx (S . o

e Molecule 24: 40S ribosomal protein S29-A
15%

. _—
Chain d9: 83% 13% .

L33
162

v7
|
K11
|
V15
|
T19
||
R22
|
V28
| R20
V30
[ EsL |
F32
|
T36
|
T39
140
+‘
R49
|
L54
|
R64
R65
L66
| R6T




SNDW

Page 54 wwPDB X-ray Structure Validation Summary Report

(] o o (X ) o
o N~ o ® ll||+l|«
© - = e o ] 0

e Molecule 24: 40S ribosomal protein S29-A

K54

32%

. ——
in D9: 85% 13% .
Chain D9

(] o0 oo o o o 00 o o o o oo
o o © o
© = © - o @ 0 &
== =B = = =

e Molecule 25: 40S ribosomal protein S30-A
13%
Chain e0: 85% 13% .+

° ° o0 o o000
© llIIll(o Ly = ) < 19| © ]
= SN N ® 0 0 19|10 ©

e Molecule 25: 408 ribosomal protein S30-A
16%

. —
Chain EO: 84% 13% ..

o o006 o000
oMo o NN [r) o ©
g gq8 & 0 D88
X oKX @ = = e =

e Molecule 26: Ubiquitin-40S ribosomal protein S31

29%
Chain el: 70% 19% 11%

° o e o000 0000000 (] e o o o
o
oo | ol
® 89| 0 =
£ =3 =]

e Molecule 26: Ubiquitin-40S ribosomal protein S31
33%
Chain E1: 63% 25% TE% o

e o000 [ X ) ° [
< 0O ~

] 10 KON~ @ oo o

© o0 |68 00 o el < bol

X~ > e = 0 o> X

e Molecule 27: 60S ribosomal protein L2-A
3%
Chain 12: & 85% 15%

IIIIEg o
=l ~

[ ] o
] ©
o o

K97
V150

o S
= =

K83
I91
K92
T115
R119 @
E120
A128
D137
R138
Y140
K149

NIy N o Mo — Ny o Iy o
[ T T St - S S N N4 E 0o o
d H> A o< @A M| = B A

R30

| K156
V157
|

Vo8
|
vio1
|
V107
V113
|
K119
]
R128
|
V134
|
1137
|
E143
|
R147
|
S152
|
K155



SNDW

wwPDB X-ray Structure Validation Summary Report

Page 55

LyTd

Ty

veel

€12D

T1CH

20ocA

€614

06Ty

7814

08TT

6LTT

S9TA

12%

88%

e Molecule 27: 60S ribosomal protein L2-A

Chain L2:

0ETA

Leey

€¢CS

Y02

20zA

€6TH

0811
6LTT

6971

8SGTI
LSTA

veTA

6TTY

E€TTA

%011

TOTA

86A

S6S

881

2k

cLd

16%

84%

%

e Molecule 28: 60S ribosomal protein L3
. L
Chain 13:

1818
78IN

6971
891X

9GTs
8%11

Sy1a

6ETD
62TV
€CTA

4278

€0TL
20711

S8A

TvA

6EX

Leyd

28el

69€4

L9EN

S9e4d

SGES

8veY

LYES

9vEL

oveN

8€€T

e

8CeI

wzen

6TEN

91€d

voeL

092A

LSed

8¥TH

1444

8€T1

(454

62CA

81¢CI

S0CA

20zl

L1673
9674

2T6TA

88TI

15%

85%

~ oo ~
mERSS ™S <
e RS- |

7%

Chain L3: —

e Molecule 28: 60S ribosomal protein L3

€LT0
69TL
99TI
9STS
442"
vITA
OTTT

€0TL
2oT1

SGL

el
N
=]

[
N
£

6TY

ey

9veL

vvel

® 8gel

CEEY

S0€I

c0ex

062a

¥8cd

192N

¢seI

9%C1T

vy

TveH

8€TT

9€TH
GETL

88TI

15%

3

84%

e Molecule 29: 60S ribosomal protein L4-A
Y%

L1231

9021

€02y

¥6TA
€6TA

® 1811

98TH

6LTT

LL1a

CLIA

0LTY

9GT1

€STS

0GTT

O

8¥TI

SYTI

(4498

8ETYH

(491

0ZTA

€0TL

6610
864

€610

985S

€4

441

{44

8TN

¥1a

€4

D E

L DWI

SPDB

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report S5NDW

Page 56

1

6S€T

LS€4

413 4

LYEL
ovex

eveN

T7€S

62ed

L2871
B61EN
€1e1
0T€L
L0€b

00eY

t

0.Lzs

L9TA

§92H

T9CA

6392a
8921

9592l

izt

0€TA

(44

e Molecule 29: 60S ribosomal protein L4-A

14%

86%

Y%

Chain L4:

0zzy

€TCN

9021

€£02H

€6TH

L8171

Ll

6LTT

0LTH

9GT1

€GTS

8¥1I

15745

8ETH

9€TT

TETA

¥cis

01X

(435}

864

€61

ySen
LYEL
oveN
sved
LTe1
€CEN
6TEN
L1€d
€1eT
oTEL

L0€b
90€L

L6TS
1L8TL
€8CL
8.TS
0.L2s
L92A
T92A

6520
89C1

ovcy
CETS
0ETA

{4448

e Molecule 30: 60S ribosomal protein L5

21%

11%

88%

Chain 15:

® €111

1121

¥611

SeYd

8TL

€18

STTIA

0
—
—
2]

[
ox
|

B
t

L

v6cv

€.L24

0L

89¢d

652
89TY

vSeH

0€Ta

e Molecule 30: 60S ribosomal protein L5

14%

18%

82%

L

Chain Lb5:

o
38
o =

M

L

SLT

0LL
691

9GL

0S8y

vl
STN

a2t

SEY

Ll

ecy
[44:!

0zd

€18

0TS

S

1121

i

¥6T1

88TH
L8TL

G814

+

.14

€911

6STA
GSTL
(41X

TS0
@® O0ST1

8YTI

® 9711

4428

1

e TE11

8214

8TTL

911a

€111

® 60TL

L0Td

-

SOTI

® S6M

i

e Molecule 31: 60S ribosomal protein L6-A

€61
261

L

LLTT
9.LTx

€L24

92b
€92H

6592
8GeH

TecI

eee1

*

SST1

CSTL

11%
|

8T

10% -
_

78%

%

Chain 16: :

D E

O

R L DWI
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report S5NDW

Page 57

e Molecule 31: 60S ribosomal protein L6-A

11%

12%

76%

%

Chain L6: :

07TA
|
$ETH
|
6218 -
B
—
-
961
i <
T6A I~ L
[ ooen — o
681 o ®©
| R=
78 hw
| o
6L =
] o
99T —
791 <
| g
653 %
1 S
993 3
] =
zsh —
| N
8vY o
] Nej
TEY &
muh M e
- ) W_-
STA — = .-
| | L9TN ) N
oy [ | < o
TSTL o =
| = <
9vTI -~
| ° O

L

6€TT

9%

828

9zTH
szeh

9TCA

T6TA

7811

6LTT

SLTX

€LTT

¥918

Ll

91%

TSTH

¥Zr1

T2TH

0TTd

e Molecule 32: 60S ribosomal protein L7-A

80TT

TOTH

884
L8A

9%

78A

8.4
LLA

094

e

Chain L7:

zelL

e Molecule 33: 60S ribosomal protein L&A

13%

86%

10%

1

Chain 18:

3

S8TH

08TA

TLIN

6971

® €97A

09TI

9S1a

.

VTN

9€TT

o+
8vey
36N [ |
o ave
|
o 9T
|
681 1821
| |
€80 e oo
[ ee1 |
181 612a
| o8k

L1281

¥1e1
erey

®
o
N
=

(=3
S
N
=

e Molecule 33: 60S ribosomal protein L8-A

T

14%

86%

8%
[

Chain LS:

6811

S8TY

1

el

CETH

t

9128

v1e1

+

802

€0CA

~
@
—
=

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report S5NDW

Page 58

e Molecule 34: 60S ribosomal protein L9-A

4%

Chain 19: -

LSTIN

2STd
TSTA

b

474%S

0%TA

18%

8ETL

CETA

6214

€CTI

L01a

907X
S0Td

81%
o
&

061

6LT1

L.L1Q

S910
7oTI

29Th

e Molecule 34: 60S ribosomal protein L9-A

22%

78%

9%

e Molecule 35: 60S ribosomal protein L.10

Chain L9:

LETS

CETA

0€Ta

t

v0TA

t

T6A

28A

t

(4

0SN

8¥A

t

71

b

€EL

+

{443

0ZI

8TA

», .
o o

€A

e 1671
e 061d
® 6874

LL1a

€L7TH
CTLII

Y911

T9Th
1911

LSTIN

TSTA
0STS
67 TN

LTS
® 9711

137458
ovTA
6ETN
8ETL

3%

—
5%

12%

82%

Chain mO:

691X
8918

€910

95TY

1

YYIN

1

6CTA

LX)
©
©
*m

P

1124
9TCk
ST
S0¢s
0021
9874
8.L74
LL1Q

vL1L

e Molecule 35: 60S ribosomal protein L.10

%

Chain MO: :

—
5%

11%

85%

£02A

1614

PLIL

S9TI

€9Th

9GTH

9v1a

EVIS

6ETY

0€Ta

e Molecule 36: 60S ribosomal protein L11-B

14%

83%

8%
L

Chain m1:

CSTH
1818

LYTL

SYIX

(A%

0ETA
6CTA

Ll

STTH
4228

R LDWIDE

L07Q
90TI

S6N

i

183

081

7SA

Ll

<
<
>

<
o0
7]

o -
QM
e

-
[ Pl

O

PROTEIN DATA BANK

W



SNDW

wwPDB X-ray Structure Validation Summary Report

Page 59

‘B
|

818 1511
.- - | i: i .. N
wmﬂm wm:.
$LT o °
X €410 < TLTH LETD N S
] ° N | | ® 9eTd — —
° ~ $91d ) [ |
[ ] ~ TETH
99T 6%TD | ogmd
r 62N
|
o 2 qzTA
[ | $ZIT
ovTY TETH [ |
| eeTL [ | 710
SETA 8TTY [ |
LETH | | 80T
€211 Lo1d
° (445} [ |
[ | 007 01
o L01d [}
| | 164 €ET
STTY 00TY [ | [ |
$TTT a1 6274
° | \
9zt
o < . < < < |
— o o o 691 ~H © < © €TTL
— g o — 2 e — e — a H = © 1
— © L01a — n — o mﬁ — — © wmz
9011 581 b= 80TYH
= = [ | = 9L = 1018 = ZoT
Z o & SLL & 1 E | & 1
o o 5.4 o 694 o 865 o $9A
= H64 = | v o 8SA = | | o [ |
[oF ] (oF mE [oF LSA o mg (o mﬁ
— g8y —_ — I — —
© | | © 694 © 354 © 2Ll © 1%a
m e 081 m 89) m $9T m | | m [ |
e} | | o L9¥ o [ | e} 2 o 428
% a9 % ] % LY % | eon %
) | | 3 €91 ) 9%1 ) 290 ) °
= vyl p [ | — [ | — | —
= ] — sgu - o — sou = °
wn eS n 01 wn ° wn [ | @p)
I o [ | o ot ° o 89 o oz
Nej mg Nej mm.._ Nej Ne) Nej
TLTT 3
< W- e 611 I~ m/.“- LoV b~ 21 ¢ [~ ° x =R ¢
o e 9% OCEEEN o [ 1 BEOCE 150 OCE o1S
) .- 11T ) . ) N £TH v6Td [5) .. ) o e |
= N ] = ™ WQ = ae] [} 1 = <t mwa — = 8y
= = = = =
8 = e1 2 g [ | | seTv g = ms omg > g [ | g = Lo
1918 <2 4% <2 £TH 614 <2 ] 0TS < 9T
e E mmam S 2 I S g o uw o .5 | s B ss
M < 0Ty M < ° M < i [ | M < »a M < %a
831a = < ° e 6813 -~ I 897 < | el -~ I
| ° @) r ° @ ° [ | ° @) [ | ° @) zs ° @)

13%

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W

86%

e Molecule 39: 60S ribosomal protein L15-A
18%

Chain mb:



SNDW

wwPDB X-ray Structure Validation Summary Report

Page 60

8T

LTIN

90TA

194

{44

Ll

e Molecule 39: 60S ribosomal protein L15-A

[
0 SEIo=
2 el =i

voTx
TozH
610

06T.L

88TY

9LTX

cL1d

1971

SSTA

12%

88%

+

14%

Chain M5:

€ETI

60TH

SOTH
7014

861

964

261

164

€834

08L

SLA
YLd

[4°28

0y

[
2

i

0
-
o

o]
15

12%

88%

e Molecule 40: 60S ribosomal protein L16-A

Chain m6:

L6T1

Y8TL

2T8IN

SLTL

cL1Y
TLIN

0974

EVIL

9CTA

6TTA

L1714

e Molecule 40: 60S ribosomal protein L16-A

ST

9073

0073

S8y

8.4

28

093

891

v¥s

ovd

TEA

121

12%

88%

%

Chain M6: :

14%

85%

e Molecule 41: 60S ribosomal protein L17-A

Chain m7:

[ estv
T8TI
1874
1 i 08T
|
1874 89T
08Ty . |
| | 3 S9TA
69TL —
| °
99TA °
°
°
\.m:,
83TV
| | 5574
»31d €313
| |
baars Ty
| |
mmﬂ 1 8TTH
LeTd
HITA [ |
| | 245
761 [ |
[ | HTTA
683 < L ema
. ZIT1
or = 11T
083t — o |
6LL — = [Vt
i B i
mQ 3 0LL
694
+—
69 o) [ s
e o L91
191 [oF ]
s — =
598 © [ |
[ | m 95y
194 o [ |
[ ] % €90
95y ) zq1
| = |
[2:41 428
[ | @p) [ |
6vd e 9€T
| © |
mﬁ - mﬂ
X
mﬂ < N mu A
e .o
7zn = I~ 61
s O = [wesw
[ | < a LL
LL (@} o= -
M < €4
e
° O

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



SNDW

10%

1

90%

wwPDB X-ray Structure Validation Summary Report

15%

e Molecule 42: 60S ribosomal protein L18-A

Page 61
Chain mS:

000000
—
~
—
X

S9TI

19T

8ETT

SETh

+

SOTH

981

T8A
08L

L

7oA

LSI

t

671

12%

88%

13%

L

e Molecule 42: 60S ribosomal protein L18-A

Chain MS:

® O0¥%11

® 8ETT

SET

{4458

o000 O
IIIIIIMI.1IIIIIIIIIIIIIIII..
o
=]

694

™
©
©n

9T1

15%

83%

6%

Ll

e Molecule 43: 60S ribosomal protein L19-A

Chain m9:

€LTY

7911

29Td

€STA
[4s)xc

8ETT

EETA

8CTH

9gTd

9071
SOTT

12%

88%

5%

e Molecule 43: 60S ribosomal protein L.19-A
Chain M9: T

8ETT

TETV

8CTH

0ZTA

oTTY

€0TYd

01T

15%

85%

4%

e Molecule 44: 60S ribosomal protein L20-A

Chain noO:

CTLIX

0L7L

1974

7918

2911

09TL

SSTH

671
8Y11

6ETA

LETH
9ETH

€ETV

S8S

e o
o —
Qoo - ol
n oA x> X

e Molecule 44: 60S ribosomal protein L20-A

~
—
H

R LDWIDE

O
PROTEIN DATA BANK

erbDeBe

W



Page 62 wwPDB X-ray Structure Validation Summary Report S5NDW

11%
Chain NO: 81% 17% .
o0 o o o o000 o o e oo o0 o
© N o s oMl Mg O~ Mo o M om S Sm

= @ REES : O3 OERE 288 E 2 2 2 2 = =i
[ X J
I---I---II-

Xrmo o & e OB nex >
e Molecule 45: 60S ribosomal protein L21-A

30%

Chain nl: 85% 15%

L27

©
g™g g
o = o

e 060 o000 o
NS o 0 H 0 0 ]
SOSoN-"ENENE" NN MNYEY ©
ZEom © > 4 o =& & +H oOF

e Molecule 45: 60S ribosomal protein L21-A
20%

. I
Chain N1: 77% 23%

NN 0 © I~ © [T} < - 0O~ oMM o
— o N NN o w0 © N~ N~ l\Em « Qg
== >m A = X > 0 HHEX=> m @4

K35

o0 L )
NMHBO _FOONO o O 0 0 ® 0 o
oo ocomaa N NqEIm N m® S [T
Bl Rl R e e Rt S e AP | =
mOoHMEAd >=>cocd O 9 ® ®m B B

e Molecule 46: 60S ribosomal protein L22-A
13%
Chain n2: 81% 16% .-

o0 e [ ] o O o000 o o o o
— <+ - @ ® @
— = I [relieAiYe) © o
— 3] w === =] 3

e Molecule 46: 60S ribosomal protein L22-A

D29
T100

~ [}
32} =
— =

L50
T55
E58

o
©
=

V63

12%
Chain N2: 82% 18%
[ ) [ X ] [ ) 00 [ X X ) [ X ]
o
N SRR83™ 233" 838:"8¢ REEY L S
o - = a =] = = = a = = 1] o ~ = =

e Molecule 47: 60S ribosomal protein L23-A
2%

. =
Chain n3: 93% 7% -




Page 63 wwPDB X-ray Structure Validation Summary Report S5NDW

[ ] [ ] [ ]
™ ~
v-‘_‘-g g-g-g & g-m
= - n L2} = [ (2 ~ =

e Molecule 47: 60S ribosomal protein L23-A

4%

. —
Chain N3: 90% 10%
[ ) [ ] [ ] [ ) [ ) [ ]
= o - = = 9 =) £ £ = (=] 4 = =
e Molecule 48: 60S ribosomal protein L24-A
12%
Chain n4: 77% 5% - 16%
000000 [ X X ) [ ) o000 [ )

L39
K57
vioo @
RigL
E1!L
K127

SEEEs a1 opaan

e Molecule 48: 60S ribosomal protein L24-A
16%
Chain N4: 77% % 16%

° ° (]

e Molecule 49: 60S ribosomal protein L25

29%
Chain nb: 74% 26% :
e o000 (] 00000 o0 ° o o o o o0
[ 000000 O X J
w [Te] M ¢ W O N N
~ N mmomo0non ot
e Molecule 49: 60S ribosomal protein L25
7%
u
84% 15%

K92
L108
|
R115
+‘
R125
|
1135
|
1139
|
1142



Page 64 wwPDB X-ray Structure Validation Summary Report S5NDW

8%

. I

Chain n6: 80% 17% .
o o (I ) o0 o
ﬂ: £ 12} = | o wn = = =] £ [=} o~ o
e Molecule 50: 60S ribosomal protein L26-A
i
Chain NG6: 84% 13% .+
[ ] [ X ] [ ]

la-:-s-5-$-$-8 s-gl-s.ﬁl.‘e-lg-g-g-é-l-g-l

~ i w0 £ (=2 (=] H o~ = - > = = 3 wn = ~
e Molecule 51: 60S ribosomal protein L27-A

11%

Chain nT: 82% 16% -

K126 @
L134 ©
R135

D30

T100
F101
E102
R121
F130

-
o
=

K34
172
E99

o0 o0 060 o o o °
<+ w © N ~ o w
= — 4 — 1= =

e Molecule 51: 60S ribosomal protein L27-A
19%

. -
Chain NT: 84% 13% .

L

e 00 00000 o000 @ e o o0 o [ ]
I Er= A Al e B @ =
e o o
~ << = =
e Molecule 52: 60S ribosomal protein L28
12%
Chain n8: 87% 13%

o o
o ~ o o o O I W I o
A NN © 0 o o
m A > a0 A H A Aa m

e Molecule 52: 60S ribosomal protein L28
7%
Chain N§: T 89% 11%
[

° ° o0 o o e o
gms lls gms B o mg
£ == ] =] > >

e Molecule 53: 60S ribosomal protein .29
36%
Chain n9: 86% 0% -

R128
|
K132
L133
|
R139

*

Q65

V56
V72
L78
E84
K96
N120
L133
R139

] —
@ [~
=] =




Page 65 wwPDB X-ray Structure Validation Summary Report

SNDW

[
® Y-
& 2 =

e Molecule 53: 60S ribosomal protein .29

24%

. I ——
Chain NO: 81% 19%

°
s o QoS w o
N it R ]
mE | = MXAN M

e Molecule 54: 60S ribosomal protein L30
7%
Chain o0: T 87% 13%

0 O — [}
™22y $3 8B
o £ Mo ~ >

e Molecule 54: 60S ribosomal protein L30

8%

1100 ®
L104

. [—
Chain OO: 84% 13% .

[ ] [ ] 00 [ ] [ X ]
© oN < © ]
=1 @ o000 <
A XA | o e

e Molecule 55: 60S ribosomal protein L31-A

7%

|
1100

*

K40
T48
S54
M61

()
~
=

K83
L93

. —_—
Chain ol: 80% 18% .

L42
M44
T106
E110 @

1=}
0
=

ve4
E82
L89
F90

(] o oo
~ o O LRl e
== = PRI

e Molecule 55: 60S ribosomal protein L31-A

7%

. —
Chain O1: 84% 14%
[ X ] [ ] [ ] [ ] [ ] [ ) [ ]
e Molecule 56: 60S ribosomal protein L32
2%
. | "
Chain 02: 86% 13% -

K123
R125
L126

(X )
N
oMy wio Mo M« e Mo & w NN (@ o N
© o Qo o $ W © KNS~ ®  ©@n o
R B - A B SR = ) P A =EEE A

e Molecule 56: 60S ribosomal protein 1.32



Page 66 wwPDB X-ray Structure Validation Summary Report

SNDW

Chain O2: 89% 11%
o0l < B o I o B s o oo m S m & § & &
-~ ~— i o (] [Ts] © © ~ ~ — o —
X = ~ ~ o~ 1] X 12} = =] = ~ A 1

e Molecule 57: 60S ribosomal protein L33-A

Chain 03: 87% 13%

~ N o s n 0 © ©o ~ 0 © g © o
©n n x ~ x - (] = £ - > = =

e Molecule 57: 60S ribosomal protein L33-A
%
Chain 03: 90% 10%

e Molecule 58: 60S ribosomal protein L34-A
10%
Chain o4: 88% 0% -

[ X ) [ ) ° [ X ) o
o o o o © [ o I — W o o [
= H H =] o = n =

e Molecule 58: 60S ribosomal protein L34-A
22%
. I
Chain O4: 87% 13%

K24

[ ] [ e O o000 o
~ o =] Ed =] o o ~ = = 1] 12} o =
e Molecule 59: 60S ribosomal protein L35-A
10%
Chain 05: 77% 21% B

o o o000 o000 (] o
oo < N o Bl I oo [N oy oy o [ = =] 0 o oy @
&4 dd oA & W L © © KN N B ] e R o
> ®m o ood ®ma > O = o 4 > a 3] =~ (21

*

e Molecule 59: 60S ribosomal protein L35-A
3%
Chain 05: ™ 81% 19%

-y
IIIIII($ =
a =

L36
K45
K107

Y116



Page 67 wwPDB X-ray Structure Validation Summary Report

SNDW

V4
|
S13
L K4
E15
|
Q20
L21
|
E27
|
L31
|
144
| Kas
T46
var7
K49
|
K71
|
K74
=.
T85
|
R89
R90
A91
|
E96
|
V100
T101
|
Q104
|
K107
|
K119

e Molecule 60: 60S ribosomal protein L36-A
8%
Chain 06: 75% 25%

o oo [ X ) °
~ I~ I o o o © Mo SN~ 00O+ oM ®
oH-H -4 o4 & o 0 gg-« SEE2B3c@s Q
H =] =4 B H B <t =] ~ =] = H = =

e Molecule 60: 60S ribosomal protein L36-A
5%

. _—
Chain O6: 79% 21%

e o () () o
o~ o e =3 oo [l o0 I 0 oo -
i) i ol ha ISH N © © © N3 N~ kel )
HBa=x > =B H | = =2 <= nEE =

e Molecule 61: 60S ribosomal protein L37-A
39%
Chain o7: T 85% 10%

[ X )
~ © W o N~ oo lN— O
- [ BT RT) ©Q© ~  ®
3] w2 B ax o B

e Molecule 61: 60S ribosomal protein L37-A
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e Molecule 62: 60S ribosomal protein L38
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e Molecule 63: 60S ribosomal protein 139
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e Molecule 66: 60S ribosomal protein L42-A
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e Molecule 67: 60S ribosomal protein L43-A
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e Molecule 71: 40S ribosomal protein S3
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e Molecule 72: 40S ribosomal protein S4-A
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e Molecule 73: 40S ribosomal protein S5
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e Molecule 73: 40S ribosomal protein S5
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e Molecule 74: 40S ribosomal protein S6-A
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e Molecule 74: 40S ribosomal protein S6-A
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e Molecule 76: 40S ribosomal protein S8-A
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e Molecule 77: 40S ribosomal protein S9-A
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e Molecule 78: Suppressor protein STM1
6%
Chain sM: 37% 1% 52%

(] °
o llII|||h IIII|I
@ o
_H g .

[
QN I~ o oy
eEyE- © o Y
@ X BAwn B

S45
K46
N50
R51

°
o N w N e < j} ©
SHE 8383 gE ™IS | - S
B3 B = ~ B |2 |2 £ [=} wn [=] = A

e Molecule 78: Suppressor protein STM1

8%
Chain SM: 48% 10% -« 42%
00000000 o000 [ )
o
g g - o slc=sle™y et 532l msms
= E4 E4 = E4 4 = a ~ = X A=K e 12 12 =

T102
|
K105

E116
|

D134
|

E139

Bt
s

e Molecule 79: Guanine nucleotide-binding protein subunit beta-like protein
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e Molecule 79: Guanine nucleotide-binding protein subunit beta-like protein
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4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 442.14A  298.76A  299.77A .
Depositor
a, b, c,a, B,y 90.00° 99.49° 90.00°
. 147.83 — 3.70 Depositor
Resolution (4) 147.83 — 3.70 EDS
% Data completeness 99.9 (147.83-3.70) Depositor
(in resolution range) 92.7 (147.83-3.70) EDS
Rinerge 0.30 Depositor
Reym (Not available) Depositor
<I/o(I)>" 0.75 (at 3.67A) Xtriage
Refinement program PHENIX Depositor
R R 0.192 , 0.235 Depositor
7 Phfree 0.192 , 0.235 DCC
Rree test set 16291 reflections (2.00%) wwPDB-VP
Wilson B-factor (A?) 118.6 Xtriage
Anisotropy 0.323 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.28 , 98.8 EDS
L-test for twinning? <|L| > =046, < L? > =029 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.93 EDS
Total number of atoms 400111 wwPDB-VP
Average B, all atoms (A?) 150.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.42% of the height of the origin peak. No significant pseudotranslation is detected.

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

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: ZN,
8UZ, MG

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

. Bond lengths Bond angles

Mol | Chain | py/q7 #|Z| >5 RMSZ 47| >5
1 1 0.92 | 42/73963 (0.1%) 1.53 | 1261/115306 (1.1%)
1 5 0.84 | 20/73738 (0.0%) 1.45 | 984/114951 (0.9%)
2 2 0.68 6/42154 (0.0%) 1.30 354/65680 (0.5%)
2 6 0.68 | 4/41349 (0.0%) | 1.29 | 326/64423 (0.5%)
3 3 0.81 0/2883 1.42 33/4491 (0.7%)
3 7 0.66 0/2883 1.16 10/4491 (0.2%)
4 4 0.84 0/3746 1.47 52/5832 (0.9%)
4 8 0.81 0/3746 1.44 41/5832 (0.7%)
5 Co 0.39 0/789 0.66 1/1067 (0.1%)
5 c0 0.35 0/762 0.68 2/1029 (0.2%)
6 C1 0.51 0/1233 0.69 1/1665 (0.1%)
6 cl 0.49 0/1194 0.69 0/1610
7 C2 0.36 0/873 0.71 1/1185 (0.1%)
7 c2 0.35 0/898 0.67 0/1220
8 C3 0.46 0/1215 0.66 0/1638
8 c3 0.44 0/1215 0.60 0/1638
9 C4 | 041 0,901 0.71 2/1217 (0.2%)
9 cd 0.37 0/960 0.61 0/1290
10 C5 0.48 1/998 (0.1%) 0.63 0/1341
10 ch 0.42 0/1008 0.68 0/1353
11 C6 | 049 | 1/1125 (0.1%) | 0.66 1/1510 (0.1%)
11 cb 0.56 1/1125 (0.1%) 0.64 0/1510
12 C7 0.40 0/935 0.73 2/1254 (0.2%)
12 c7 0.40 0/935 0.62 0/1255
13 | C8 | 045 0/1211 0.71 171628 (0.1%)
13 c8 0.43 0/1211 0.69 1/1628 (0.1%)
14 C9 0.41 0/1130 0.63 1/1517 (0.1%)
14 c9 0.42 0/1130 0.60 0/1517
15 DO 0.42 0/851 0.64 1/1150 (0.1%)
15 do 0.40 0/838 0.62 0/1133
16 D1 0.50 0/693 0.66 0/935
16 d1l 0.46 0/693 0.63 0/935
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ 4| Z| >5
17 D2 0.44 0/1038 0.70 4/1395 (0.3%)
17 d2 0.44 0/1038 0.65 1/1395 (0.1%)
18 D3 0.52 0/1139 0.73 0/1518
18 d3 0.48 0/1139 0.70 0/1518
19 D4 0.41 0/1087 0.63 1/1449 (0.1%)
19 d4 0.42 0/1087 0.68 0/1449
20 D5 0.41 0/571 0.71 0/768
20 db 0.35 0/566 0.63 1/761 (0.1%)
21 D6 0.50 0/782 0.82 2/1047 (0.2%)
21 d6 0.42 0/782 0.63 0/1047
22 D7 0.36 0/620 0.65 1/838 (0.1%)
22 d7 0.40 0/620 0.66 0/838
23 D8 0.40 0/499 0.63 0/670
23 ds8 0.68 1/499 (0.2%) 0.66 1/670 (0.1%)
24 D9 0.57 0/443 0.70 0/588
24 d9 0.54 0/452 0.72 1/600 (0.2%)
25 EO 0.43 0/483 0.66 0/643
25 e0 0.45 0/490 0.67 0/653
26 E1 0.46 0/577 0.88 3/770 (0.4%)
26 el 0.42 0/597 0.81 1/795 (0.1%)
27 L2 0.53 0/1948 0.73 1/2617 (0.0%)
27 12 0.55 0/1946 0.71 0/2614
28 L3 0.60 2/3146 (0.1%) 0.71 0/4228
28 13 0.58 0/3146 0.71 1/4228 (0.0%)
29 L4 0.57 0/2800 0.75 0/3790
29 14 0.53 0/2800 0.71 1/3790 (0.0%)
30 L5 0.50 0/2425 0.65 0/3271
30 15 0.38 0/2408 0.55 1/3248 (0.0%)
31 L6 0.59 0/1269 0.72 0/1705
31 16 0.59 0/1269 0.70 0/1705
32 L7 0.57 1/1821 (0.1%) 0.67 0/2451
32 17 0.55 0/1828 0.67 1/2461 (0.0%)
33 L8 0.47 1/1836 (0.1%) 0.62 0/2481
33 18 0.41 0/1796 0.61 1/2430 (0.0%)
34 L9 0.54 0/1539 0.70 1/2073 (0.0%)
34 19 0.54 0/1539 0.70 1/2073 (0.0%)
35 MO 0.59 0/1741 0.74 0/2335
35 m0 0.53 0/1732 0.69 0/2323
36 M1 0.46 0/1374 0.69 1/1842 (0.1%)
36 ml 0.37 0/1374 0.61 1/1842 (0.1%)
37 M3 0.54 1/1568 (0.1%) 0.70 0/2106
37 m3 0.49 0/1573 0.68 1/2113 (0.0%)
38 M4 0.50 0/1068 0.64 0/1438
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ 4| Z| >5
38 m4 0.53 0/1074 0.68 1/1446 (0.1%)
39 Mb 0.58 2/1757 (0.1%) 0.70 0/2354
39 mb 0.51 0/1757 0.71 0/2354
40 M6 0.66 0/1585 0.69 0/2128
40 m6 0.70 0/1585 0.74 1/2128 (0.0%)
41 M7 0.59 0/1443 0.76 0/1944
41 m7 0.59 0/1443 0.75 0/1944
42 M8 0.50 0/1465 0.71 0/1965
42 m8 0.45 0/1465 0.65 0/1965
43 M9 0.48 0/1538 0.65 1/2050 (0.0%)
43 m9 0.45 0/1507 0.60 0/2009
44 NO 0.57 0/1481 0.69 1/1990 (0.1%)
44 n0 0.56 0/1473 0.66 0/1980
45 N1 0.51 0/1300 0.65 0/1743
45 nl 0.49 0/1300 0.60 0/1743
46 N2 0.46 0/812 0.64 0/1099
46 n2 0.41 0/794 0.57 1/1076 (0.1%)
47 N3 0.62 0/1018 0.73 1/1369 (0.1%)
47 n3 0.60 0/1012 0.75 0/1361
48 N4 0.50 0/978 0.60 0/1302
48 n4 0.49 0/1021 0.60 0/1356
49 N5 0.48 0/979 0.69 0/1321
49 nd 0.48 0/974 0.72 0/1314
50 N6 0.55 0/1004 0.76 3/1341 (0.2%)
50 n6 0.57 1/974 (0.1%) 0.73 0/1302
51 N7 0.47 1/1118 (0.1%) 0.60 0/1497
51 n7 0.77 1/1118 (0.1%) 0.62 0/1497
52 N8 0.54 0/1204 0.74 0/1612
52 ng8 0.49 0/1204 0.71 0/1612
53 N9 0.52 0/473 0.65 0/629
53 n9 0.43 0/455 0.68 0/607
54 00 0.46 0/751 0.63 0/1008
54 o0 0.41 0/775 0.62 1/1040 (0.1%)
55 01 0.58 0/890 0.70 0/1196
55 ol 0.56 0/897 0.69 0/1205
56 02 0.57 0/1041 0.74 0/1394
56 02 0.56 0/1041 0.74 1/1394 (0.1%)
o7 03 0.62 0/868 0.78 0/1168
57 03 0.66 0/868 0.76 1/1168 (0.1%)
58 04 0.48 0/890 0.64 0/1189
58 o4 0.45 0/890 0.62 0/1189
59 05 0.52 0/978 0.66 0/1301
59 05 0.56 2/974 (0.2%) 0.65 0/1297
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. Bond lengths Bond angles
Mol | Chain | .\ 1q7 42| >5 RMSZ #Z| >5
60 | 06 | 0438 0/778 0.66 0,/1034
60 | o6 | 0.6 0/777 0.65 0,/1033
61 | O7 | 065 | 2/696 (0.3%) 0.79 0/923
61 | o7 | 0.60 0/671 0.76 0,/890
62 | 08 | 0.44 0/618 0.59 0,/826
62 | o8 | 0.42 0/614 0.59 0/822
63 | 09 | 0.6 0,/443 0.75 0/588
63 | o9 | 051 0,/443 0.64 0,/588
64 | Q0 | 0.60 0,/423 0.78 0,/562
64 | q0 | 0.59 0/423 0.77 0,/562
65 | QL | 0.59 0/234 0.77 0/300
65 | ql | 0.55 0,234 0.69 0,300
66 | Q2 | 0.54 0,/860 0.75 0,/1136
66 | q2 | 0.45 0,/848 0.61 0,/1120
67 | Q3 | 059 0,701 0.68 0/934
67 | q3 | 048 0,701 0.70 0/934
68 | SO | 0.42 0/1617 0.61 0,/2215
68 | 0 042 | 1/1623 (0.1%) | 0.62 0,/2222
60 | SI | 0.39 0/1735 0.68 272335 (0.1%)
69 | sl 0.36 0/1748 0.62 0/2352
70 | S2 | 0.44 0,/1665 0.66 0,/2263
0 | s2 0.43 0,/1665 0.63 0,2263
71 | S3 | 045 0/1759 0.60 0,2368
71 s3 0.42 0/1759 0.62 0,/2368
72 | S4 | 04l 0,/2109 0.66 1/2839 (0.0%)
| sd 0.43 0,/2109 0.67 0,2839
73 | S5 | 0.38 0,/1629 0.58 0,/2202
3 | s 0.42 0,/1629 0.60 0,/2202
74 | S6 | 0.40 0/1823 0.57 0,2439
4 | 56 0.43 0/1779 0.61 0,/2379
75 | ST | 042 0,/1506 0.68 1/2028 (0.0%)
75 | st | 0.39 0,/1506 0.68 1/2028 (0.0%)
76 | S8 | 0.44 0/1514 0.65 1/2021 (0.0%)
6 | S8 0.46 0,/1491 0.65 1/1992 (0.1%)
77 | S9 | 041 0/1519 0.61 0,/2035
7 | 89 0.42 0/1519 0.61 1/2035 (0.0%)
78 | SM | 0.4 0/1113 0.70 2/1502 (0.1%)
78 | sM | 0.43 0/964 0.67 2/1291 (0.2%)
79 | SR | 0.33 0,2490 0.57 0,/3389
79 | sR | 0.37 0,/2480 0.59 1/3376 (0.0%)
Al | Al | 070 |91/425229 (0.0%) | 1.19 | 3127/623929 (0.5%)

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

sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
5 c0 0 1
7 C2 0 2
7 c2 0 1
9 C4 0 2
9 c4 0 1
10 Ch 0 1
10 cd 0 3
11 C6 0 2
11 cb 0 1
12 C7 0 3
12 c’ 0 3
13 C8 0 1
13 c8 0 1
15 do 0 3
17 D2 0 1
17 d2 0 1
18 D3 0 1
19 D4 0 2
20 D5 0 3
20 d5 0 2
21 D6 0 3
22 D7 0 1
24 d9 0 1
25 e0 0 1
26 E1 0 4
26 el 0 6
27 12 0 3
28 L3 0 3
28 13 0 1
29 L4 0 1
29 14 0 3
30 L5 0 1
30 15 0 2
31 16 0 1
32 17 0 2
33 L8 0 1
34 L9 0 1
36 ml 0 3
37 M3 0 1
37 m3 0 1

Continued on next page...
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Mol | Chain | #Chirality outliers | #Planarity outliers
38 m4 0 1
39 mb 0 2
40 M6 0 1
41 \Y g 0 2
43 M9 0 1
44 NO 0 3
44 n0 0 2
48 n4 0 1
50 n6 0 1
51 N7 0 2
51 n7 0 1
53 N9 0 1
53 n9 0 1
55 01 0 1
55 ol 0 2
56 02 0 1
58 o4 0 2
99 05 0 1
60 06 0 1
66 Q2 0 1
67 q3 0 1
68 S0 0 2
69 S1 0 2
70 S2 0 2
70 s2 0 2
71 S3 0 1
71 s3 0 4
72 S4 0 1
73 SH 0 4
73 sH 0 1
74 s6 0 1
75 S7 0 4
75 s7 0 4
7 s9 0 3
78 SM 0 1
79 SR 0 1
All All 0 137

The worst 5 of 91 bond length outliers are listed below:

Mol

Chain

Res

Type

Atoms

Z

Observed(A)

Ideal(A)

o1

n7

36

HIS

C-N

20.49

1.73

1.34

Continued on next page...
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
23 d8 D THR C-N 12.69 1.58 1.34
11 cb 4 VAL C-N 10.62 1.54 1.34
1 5 1103 A N9-C4 | 9.38 1.43 1.37
1 1 2093 A N9-C4 | 8.68 1.43 1.37

The worst 5 of 3127 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
2 2 1059 U 05-P-OP2 | -30.24 74.41 110.70
2 2 1059 U OP1-P-OP2 | 17.12 145.28 119.60
2 2 1059 U 05-P-OP1 | -16.80 90.55 110.70
2 2 1058 U OP2-P-O3" | -13.98 74.45 105.20
1 3 1152 G N3-C4-C5 | 13.14 135.17 128.60

There are no chirality outliers.

5 of 137 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
C2 102 | GLY | Peptide
C2 88 | LEU | Peptide
C4 90 | ARG | Peptide
c0 25 LYS | Peptide
c2 102 | GLY | Peptide

~| o] o =]~

5.2 Too-close contacts (i)

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

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

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

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


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
5 C0 94/105 (90%) 80 (85%) 12 (13%) 2 (2%)
5 c0 91/105 (87%) 68 (75%) 19 (21%) 4 (4%)
6 C1 152/156 (97%) 136 (90%) 14 (9%) 2 (1%)
6 cl 144/156 (92%) 130 (90%) 12 (8%) 2 (1%)
7 C2 117/143 (82%) 87 (74%) 26 (22%) 4 (3%)
7 c2 122/143 (85%) 95 (78%) 22 (18%) 5 (4%)
8 C3 148/150 (99%) 135 (91%) 11 (7%) 2 (1%)
8 c3 148/150 (99%) 134 (90%) 10 (7%) 4 (3%)
9 C4 125/128 (98%) 112 (90%) 11 (9%) 2 (2%)
9 cd 126/128 (98%) 112 (89%) 13 (10%) 1 (1%)
10 Ch 122/141 (86%) 102 (84%) 15 (12%) 5 (4%)
10 ch 123/141 (87%) 104 (85%) 16 (13%) 3 (2%)
11 C6 139/141 (99%) 121 (87%) 13 (9%) 5 (4%)
11 c6 139/141 (99%) 128 (92%) 10 (7%) 1 (1%)
12 C7 116/136 (85%) 98 (84%) 14 (12%) 4 (3%)
12 c’ 119/136 (88%) 104 (87%) 13 (11%) 2 (2%)
13 C8 143/145 (99%) 125 (87%) 15 (10%) 3 (2%)
13 c8 143/145 (99%) 126 (88%) 13 (9%) 4 (3%)
14 C9 141/143 (99%) 127 (90%) 14 (10%) 0
14 c9 141/143 (99%) 129 (92%) 11 (8%) 1 (1%)
15 DO 103/107 (96%) 95 (92%) 7 (%) 1 (1%)
15 do 102/107 (95%) 87 (85%) 12 (12%) 3 (3%)
16 D1 85/87 (98%) 70 (82%) 14 (16%) 1 (1%)
16 dl 85/87 (98%) 76 (89%) 8 (9%) 1 (1%)
17 D2 127/129 (98%) 118 (93%) 7 (6%) 2 (2%)
17 d2 127/129 (98%) 118 (93%) 8 (6%) 1 (1%)
18 D3 142/144 (99%) 120 (84%) 18 (13%) 4 (3%)
18 d3 142/144 (99%) 134 (94%) 8 (6%) 0
19 D4 132/134 (98%) 119 (90%) 10 (8%) 3 (2%)
19 d4 132/134 (98%) 115 (87%) 15 (11%) 2 (2%)
20 D5 68/70 (97%) 53 (78%) 14 (21%) 1 (2%)
20 db 67/70 (96%) 61 (91%) 5 (8%) 1 (2%)
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
21 D6 95/97 (98%) 66 (70%) 22 (23%) 7 (%)

21 d6 95/97 (98%) 76 (80%) 17 (18%) 2 (2%)

22 D7 79/81 (98%) 74 (94%) 5 (6%) 0

22 dr 79/81 (98%) 73 (92%) 5 (6%) 1 (1%)

23 D8 61/63 (97%) 53 (87%) 8 (13%) 0

23 ds8 61/63 (97%) 53 (87%) 8 (13%) 0

24 D9 50/53 (94%) 47 (94%) 3 (6%) 0

24 d9 51/53 (96%) 46 (90%) 3 (6%) 2 (4%)

25 EO 58/61 (95%) 53 (91%) 4 (7%) 1 (2%)

25 e0 59/61 (97%) 54 (92%) 5 (8%) 0

26 E1 69/73 (94%) 39 (56%) 20 (29%) | 10 (14%)

26 el 71/73 (97%) 43 (61%) 21 (30%) | 7 (10%)

27 L2 250/252 (99%) 235 (94%) 15 (6%) 0

27 12 250/252 (99%) 231 (92%) 18 (7%) 1 (0%)

28 L3 384/386 (100%) 354 (92%) 30 (8%) 0

28 13 384/386 (100%) 367 (96%) 15 (4%) 2 (0%) 29 66
29 L4 359/361 (99%) 321 (89%) 36 (10%) 2 (1%) 25 62
29 14 359/361 (99%) 328 (91%) 27 (8%) 4 (1%) 147 50
30 L5 294/296 (99%) 261 (89%) 28 (10%) 5 (2%) E 42
30 15 292/296 (99%) 280 (96%) 11 (4%) 1 (0%) 41 74
31 L6 153/176 (87%) 144 (94%) 5 (3%) 4 (3%) 34
31 16 153/176 (87%) 139 (91%) 12 (8%) 2 (1%) 127 47
32 L7 220/223 (99%) 206 (94%) 13 (6%) 1 (0%) 29 66
32 17 221/223 (99%) 206 (93%) 11 (5%) 4 (2%) 8| 41
33 L8 231/233 (99%) 208 (90%) 19 (8%) 4 (2%) 42
33 18 229/233 (98%) 201 (88%) 26 (11%) 2 (1%) 171 54
34 L9 189/191 (99%) 176 (93%) 12 (6%) 1 (0%) 29 66
34 19 189/191 (99%) 173 (92%) 15 (8%) 1 (0%) 29 66
35 MO 207/221 (94%) 195 (94%) 11 (5%) 1 (0%) 29 66
35 m0 205/221 (93%) 192 (94%) 12 (6%) 1 (0%) 29 66
36 M1 167/169 (99%) 142 (85%) 23 (14%) 2 (1%) 131 48
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
36 ml 167/169 (99%) 147 (88%) 12 (7%) 8 (5%) 22
37 M3 191/194 (98%) 171 (90%) 18 (9%) 2 (1%) 151 51
37 m3 192/194 (99%) 167 (87%) 22 (12%) 3 (2%)

38 M4 134/137 (98%) 124 (92%) 8 (6%) 2 (2%)

38 m4 135/137 (98%) 132 (98%) 3 (2%) 0 |
39 M5 201/203 (99%) 185 (92%) 14 (7%) 2 (1%) 157 51
39 mb 201/203 (99%) 191 (95%) 8 (4%) 2 (1%) 157 51
40 M6 195/197 (99%) 187 (96%) 6 (3%) 2 (1%) 157 51
40 m6 195/197 (99%) 188 (96%) 7 (4%) 0 100 I 100
41 M7 181/184 (98%) 171 (94%) 9 (5%) 1 (1%) 25 62
41 m7 181/184 (98%) 171 (94%) 9 (5%) 1 (1%) 25 62
42 M8 183/185 (99%) 171 (93%) 12 (7%) 0 100 I 100
42 ms 183/185 (99%) 172 (94%) 11 (6%) 0 100 I 100
43 M9 186/188 (99%) 177 (95%) 8 (4%)

43 m9 182/188 (97%) 177 (97%) 4 (2%)

44 NO 170/172 (99%) 157 (92%) 11 (6%)

44 n0 169/172 (98%) 166 (98%) 3 (2%)

45 N1 157/159 (99%) 146 (93%) 10 (6%)

45 nl 157/159 (99%) 150 (96%) 6 (4%)

46 N2 98/100 (98%) 87 (89%) 10 (10%)

46 n2 96,/100 (96%) 89 (93%) 7 (7%)

47 N3 134/136 (98%) 129 (96%) 5 (4%)

47 n3 133/136 (98%) 130 (98%) 2 (2%)

48 N4 128/155 (83%) 116 (91%) 12 (9%)

48 n4 128/155 (83%) 115 (90%) 10 (8%)

49 N5 119/121 (98%) 113 (95%) 5 (4%)

49 nb 118/121 (98%) 106 (90%) 10 (8%)

50 N6 124/126 (98%) 118 (95%) 6 (5%)

50 n6 120/126 (95%) 116 (97%) 4 (3%)

51 N7 133/135 (98%) 122 (92%) 9 (7%)

51 n7 133/135 (98%) 114 (86%) 16 (12%)
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
52 N8 146/148 (99%) 132 (90%) 13 (9%) 1 (1%)
52 ng 146/148 (99%) 133 (91%) 10 (7%) 3 (2%)
53 N9 56/58 (97%) (93%) 4 (7%) 0
53 n9 54/58 (93%) 46 (85%) 7 (13%) 1 (2%)
54 00 95/100 (95%) 0 (95%) 5 (5%) 0
54 o0 98/100 (98%) 2 (94%) 6 (6%) 0
55 01 107/109 (98%) 100 (94%) 4 (4%) 3 (3%)
55 ol 107/109 (98%) 99 (92%) 4 (4%) 4 (4%)
56 02 125/127 (98%) 116 (93%) 8 (6%) 1 (1%)
56 02 125/127 (98%) 115 (92%) 9 (7%) 1 (1%) 19 56
57 03 104/106 (98%) 100 (96%) 4 (4%) 0 100 § § 100
o7 03 104/106 (98%) 97 (93%) 6 (6%) 1 (1%) 157 51
58 04 110/112 (98%) 105 (96%) 5 (4%) 0 100 § § 100
58 o4 110/112 (98%) 104 (94%) 5 (4%) 1 (1%) 1771 54
59 05 117/119 (98%) 105 (90%) 11 (9%) 1 (1%) 171 54
59 05 117/119 (98%) 106 (91%) 10 (8%) 1 (1%) 171 54
60 06 97/99 (98%) 84 (87%) 12 (12%) 1 (1%)
60 06 97/99 (98%) 89 (92%) 5 (5%) 3 (3%)
61 o7 85/87 (98%) 78 (92%) 7 (8%) 0
61 o7 81/87 (93%) 74 (91%) 7 (9%) 0
62 08 75/77 (97%) 69 (92%) 6 (8%) 0
62 08 75/77 (97%) 68 (91%) 6 (8%) 1 (1%)
63 09 48 /50 (96%) 44 (92%) 3 (6%) 1 (2%)
63 09 48 /50 (96%) 47 (98%) 1 (2%) 0
64 QO 50/52 (96%) 47 (94%) 3 (6%) 0
64 q0 50/52 (96%) 46 (92%) 3 (6%) (2%)
65 Q1 23/25 (92%) 23 (100%) 0 0
65 ql 23/25 (92%) 23 (100%) 0 0
66 Q2 103/105 (98%) 91 (88%) 12 (12%) 0
66 q2 102/105 (97%) 97 (95%) 5 (5%) 0
67 Q3 89/91 (98%) 82 (92%) 6 (7%) 1 (1%)
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
67 | g3 89/91 (98%) 81 (91%) | 8 (9%) 0 100 [100]
68 SO 204/206 (99%) 172 (84%) 27 (13%) 5 (2%) 35
68 s0 204/206 (99%) 176 (86%) 21 (10%) 7 (3%) 30
69 S1 212/216 (98%) 167 (79%) 42 (20%) 3 (1%) 45
69 sl 214/216 (99%) 190 (89%) 19 (9%) 5 (2%) 36
70 S2 215/217 (99%) 192 (89%) 19 (9%) 4 (2%) 40
70 s2 215/217 (99%) 203 (94%) 11 (5%) 1 (0%) 29 66
71 S3 221/223 (99%) 201 (91%) 15 (7%) 5 (2%) 6] 36
71 s3 221/223 (99%) 198 (90%) | 15 (%) | 8 (4%) 29
72 S4 258/260 (99%) 233 (90%) 23 (9%) 2 (1%) 19 56
72 s4 258/260 (99%) 232 (90%) 24 (9%) 2 (1%)

73 SH 204/206 (99%) 175 (86%) 26 (13%) 3 (2%)

73 sH 204/206 (99%) 181 (89%) 20 (10%) 3 (2%)

74 S6 224/236 (95%) 208 (93%) 9 (4%) 7 (3%)

74 s6 216/236 (92%) 198 (92%) 15 (7%) 3 (1%)

75 S7 182/184 (99%) 151 (83%) 24 (13%) 7 (4%)

75 s7 182/184 (99%) 153 (84%) 25 (14%) 4 (2%)

76 S8 184/200 (92%) 160 (87%) 22 (12%) 2 (1%)

76 s8 181/200 (90%) 171 (94%) 8 (4%) 2 (1%) 147 50
7 S9 183/185 (99%) 159 (87%) 22 (12%) 2 (1%) 147 50
7 s9 183/185 (99%) 169 (92%) 13 (7%) 1 (0%) 29 66
78 SM 155/272 (57%) 125 (81%) 27 (17%) 3 (2%) 40
78 sM 125/272 (46%) 105 (84%) 17 (14%) 3 (2%) 35
79 SR 316/318 (99%) 293 (93%) | 23 (%) 0 |
79 sR 314/318 (99%) 290 (92%) | 24 (8%) 0 |
All All 22224/23150 (96%) | 20097 (90%) | 1833 (8%) | 294 (1%) 47

5 of 294 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
5 Co 88 PRO
7 c2 91 VAL
10 cd 11 VAL

Continued on next page...
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Mol | Chain | Res | Type
10 cd 126 VAL
11 C6 58 ASP

5.3.2 Protein sidechains (1)

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
5 Co 77/98 (79%) 63 (82%)
5 c0 73/98 (74%) 57 (78%)
6 C1 128/137 (93%) 110 (86%)
6 cl 129/137 (94%) 101 (78%)
7 C2 88/119 (74%) 61 (69%)
7 c2 88/119 (74%) 62 (70%)
8 C3 127/127 (100%) 103 (81%)
8 c3 127/127 (100%) 105 (83%)
9 C4 81/97 (84%) 59 (73%)
9 cd 97/97 (100%) 77 (79%)
10 C5 101/117 (86%) 82 (81%)
10 ch 102/117 (87%) 85 (83%)
11 C6 117/117 (100%) 94 (80%)
11 c6 117/117 (100%) 90 (77%)
12 C7 94/124 (76%) 75 (80%)
12 7 92/124 (74%) 78 (85%)
13 C8 128/128 (100%) 96 (75%)
13 c8 128/128 (100%) 104 (81%)
14 | Q9 115/115 (100%) 97 (84%)
14 c9 115/115 (100%) 94 (82%)
15 DO 98/100 (98%) 75 (76%)
15 do 97/100 (97%) 75 (77%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
16 D1 74/74 (100%) 63 (85%) 11 (15%
16 dl 74/74 (100%) 64 (86%) 10 (14%
17 D2 110/110 (100%) 92 (84%) 18 (16%
17 d2 110/110 (100%) 97 (88%) 13 (12%
18 D3 119/119 (100%) 100 (84%) 19 (16%
18 d3 119/119 (100%) 102 (86%) 17 (14%
19 D4 112/112 (100%) 90 (80%) 22 (20%
19 d4 112/112 (100%) 93 (83%) 19 (17%
20 D5 61/61 (100%) 45 (74%) 16 (26%
20 db 61/61 (100%) 47 (77%) 14 (23%
21 D6 83/83 (100%) 63 (76%) 20 (24%
21 d6 83/83 (100%) 68 (82%) 15 (18%
22 D7 70/70 (100%) 59 (84%) 11 (16%
22 dr 70/70 (100%) 59 (84%) 11 (16%
23 D8 56/56 (100%) 41 (73%) 15 (27%
23 ds8 56/56 (100%) 40 (71%) 16 (29%
24 D9 46/47 (98%) 39 (85%) 7 (15%)
24 d9 47/47 (100%) 40 (85%) 7 (15%)
25 EO 51/52 (98%) 42 (82%) 9 (18%)
25 e0 52/52 (100%) 43 (83%) 9 (17%)
26 El 62/64 (97%) 46 (74%) 16 (26%
26 el 64/64 (100%) 48 (75%) 16 (25%
27 L2 193/194 (100%) 163 (84%) 30 (16%
27 12 192/194 (99%) 157 (82%) 35 (18%
28 L3 320/322 (99%) 264 (82%) 56 (18%
28 13 319/322 (99%) 260 (82%) 59 (18%
29 L4 288/288 (100%) 239 (83%) 49 (17%
29 14 288/288 (100%) 237 (82%) 51 (18%
30 L5 244 /244 (100%) 196 (80%) 48 (20%
30 15 243 /244 (100%) 212 (87%) 31 (13%
31 L6 135/153 (88%) 114 (84%) 21 (16%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
31 16 135/153 (88%) 118 (87%)
32 L7 186,187 (100%) 168 (90%) 8|
32 17 187/187 (100%) 163 (87%)
33 L8 187/191 (98%) 160 (86%)
33 18 178/191 (93%) 150 (84%)
34 L9 171/171 (100%) 132 (77%)

34 19 171/171 (100%) 134 (78%)
35 | MO 177/187 (95%) 154 (87%)
35 m0 177/187 (95%) 149 (84%)
36 | Ml 147 /147 (100%) 124 (84%)
36 m1 147/147 (100%) 124 (84%)
37 | M3 154/154 (100%) 122 (79%)
37 | m3 154/154 (100%) 129 (84%)
38 | M4 107/108 (99%) 93 (87%)
38 m4 108/108 (100%) 94 (87%)
39 | M5 175/175 (100%) 154 (88%)
39 m5 175/175 (100%) 148 (85%)
40 | M6 160,160 (100%) 137 (86%)
40 m6 160,160 (100%) 138 (86%)
41 M7 140,146 (96%) 111 (79%)
41 m7 140,146 (96%) 115 (82%)
42 | M8 150,150 (100%) 127 (85%)
42 m8 150,150 (100%) 132 (88%)
43 | M9 153/153 (100%) 132 (86%)
43 m9 150/153 (98%) 123 (82%)
44 NO 156,156 (100%) 127 (81%)
44 no 155/156 (99%) 132 (85%)
45 N1 136,136 (100%) 101 (74%)
45 nl 136,136 (100%) 113 (83%)
46 N2 87/87 (100%) 70 (80%)
46 n2 85/87 (98%) 68 (80%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
47 N3 104,/104 (100%) 91 (88%) 13 (12%)

47 n3 103,104 (99%) 95 (92%) 8 (8%)

48 N4 85/129 (66%) 74 (87%) 11 (13%)

48 n4 97/129 (75%) 89 (92%) 8 (8%)

49 N5 104/105 (99%) 85 (82%) 19 (18%)

49 n5 104/105 (99%) 75 (72%) 29 (28%)

50 NG 109/109 (100%) 89 (82%) 20 (18%)

50 n6 106,109 (97%) 87 (82%) 19 (18%)

51 N7 115/115 (100%) 96 (84%) 19 (16%)

51 n7 115/115 (100%) 93 (81%) 22 (19%)

52 N8 118/118 (100%) 102 (86%) | 16 (14%)

52 n8 118/118 (100%) 102 (86%) | 16 (14%)

53 N9 46,/46 (100%) 36 (78%) 10 (22%)

53 n9 44/46 (96%) 40 (91%) 4 (9%) 9|
54 00 81/84 (96%) 68 (84%) 13 (16%)
54 00 84/84 (100%) 72 (86%) 12 (14%)
55 01 92/96 (96%) 77 (84%) 15 (16%)
55 ol 94/96 (98%) 76 (81%) 18 (19%)
56 02 109/109 (100%) 96 (88%) 13 (12%)
56 02 109/109 (100%) 93 (85%) 16 (15%)
57 03 90/90 (100%) 79 (88%) 11 (12%)
57 03 90/90 (100%) 78 (87%) 12 (13%)
58 04 95/95 (100%) 80 (84%) 15 (16%)
58 04 95/95 (100%) 83 (87%) 12 (13%)
59 05 104/104 (100%) 83 (80%) 21 (20%)

59 05 103/104 (99%) 77 (75%) 26 (25%)

60 06 81/81 (100%) 62 (76%) 19 (24%)

60 06 80/81 (99%) 58 (72%) 22 (28%)

61 07 70/70 (100%) 54 (77%) 16 (23%)

61 o7 63/70 (97%) 59 (87%) 9 (13%)

62 08 68/68 (100%) 52 (76%) 16 (24%)

AAAAAAAAAAAAAA

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
62 o8 67/68 (98%) 57 (85%) 0 (15%)
63 09 45/45 (100%) 37 (82%) 8 (18%)
63 09 45/45 (100%) 40 (89%) 5 (11%)
64 QO 47/47 (100%) 40 (85%) 7 (15%)
64 q0 47/47 (100%) 40 (85%) 7 (15%)
65 Q1 23/23 (100%) 19 (83%) 4 (17%)
65 ql 23/23 (100%) 19 (83%) 4 (17%)
66 Q2 90/90 (100%) 71 (79%) 19 (21%)
66 q2 89/90 (99%) 76 (85%) 13 (15%)
67 Q3 71/71 (100%) 61 (86%) 10 (14%)
67 q3 71/71 (100%) 58 (82%) 13 (18%)
68 SO 164/173 (95%) 134 (82%) 30 (18%)
68 s0 165/173 (95%) 138 (84%) 27 (16%)
69 S1 191/192 (100%) 144 (75%) 47 (25%)
69 sl 192/192 (100%) 156 (81%) 36 (19%)
70 S2 176/176 (100%) 137 (78%) 39 (22%)
70 s2 176/176 (100%) 143 (81%) 33 (19%)
71 S3 182/182 (100%) 149 (82%) 33 (18%)
71 s3 182/182 (100%) 148 (81%) 34 (19%)
72 S4 221/221 (100%) 183 (83%) 38 (17%)
72 s4 221/221 (100%) 190 (86%) 31 (14%)
73 SH 173/173 (100%) 148 (86%) 25 (14%)
73 sH 173/173 (100%) 139 (80%) 34 (20%)
74 S6 188/201 (94%) 156 (83%) 32 (17%)
74 s6 187/201 (93%) 157 (84%) 30 (16%)
5 S7 165/165 (100%) 135 (82%) 30 (18%)
75 s7 165/165 (100%) 139 (84%) 26 (16%)
76 S8 150/161 (93%) 130 (87%) 20 (13%)
76 s8 148/161 (92%) 124 (84%) 24 (16%)
7 S9 158/158 (100%) 129 (82%) 29 (18%)
7 s9 158/158 (100%) 135 (85%) 3 (15%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
78 | SM 07/227 (43%) 73 (15%) | 24 (25%) |
78 sM 94/227 (41%) 68 (72%) 26 (28%)

79 SR 259/261 (99%) 226 (87%) 33 (13%)
79 sR 258/261 (99%) 228 (88%) 30 (12%)
All All 18669,/19450 (96%) | 15436 (83%) | 3233 (17%)

5 of 3233 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
45 N1 18 ASP
59 05 94 LYS
79 sR 319 ASN
46 N2 43 VAL
45 N1 12 ARG

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 56
such sidechains are listed below:

Mol | Chain | Res | Type

47 N3 98 ASN

79 SR 288 HIS

53 N9 45 HIS

79 SR 195 HIS

74 s6 80 ASN

5.3.3 RNA (O

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 1 3084/3396 (90%) 644 (20%) 99 (3%)
1 5 3071/3396 (90%) 615 (20%) 70 (2%)
2 2 1767,/1800 (98%) 481 (27%) 62 (3%)
2 6 1731/1800 (96%) 411 (23%) 55 (3%)
3 3 120/121 (99%) 17 (14%) 1 (0%)
3 7 120/121 (99%) 15 (12%) 1 (0%)
4 4 157/158 (99%) 32 (20%) 4 (2%)
4 8 157/158 (99%) 33 (21%) 4 (2%)
All All 10207,/10950 (93%) 2248 (22%) 296 (2%)

5 of 2248 RNA backbone outliers are listed below:


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
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Mol | Chain | Res | Type
1 1 14 U
1 1 16 A
1 1 26 A
1 1 40 A
1 1 43 A

5 of 296 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
1 5 3317 U
2 6 1573 A
2 6 76 A
2 6 555 A
1 1 3375 A

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

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

5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

Of 1407 ligands modelled in this entry, 1382 are monoatomic - leaving 25 for Mogul analysis.

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

Mol | Type | Chain | Res | Link | e | RS 12]>2 | Counts | RMSZ | £17] > 2
81 8UZ 2 2029 - 35,35,35 | 0.36 0 49,52,52 | 1.36 6 (12%)
81 SUZ 1 3892 - 35,35,35 | 0.44 0 49,52,52 | 1.35 4 (8%)
81 8UZ 5 3855 - 35,35,35 | 0.35 0 49,52,52 | 1.28 8 (16%)
81 8UZ 2 2030 - 35,35,35 | 0.26 0 49,52,52 | 1.21 4 (8%)

WO RLDWIDE

PROTEIN DATA BANK


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

Page 96 wwPDB X-ray Structure Validation Summary Report SNDW
Mol | Type | Chain | Res | Link | e | RISZ | 2] 2| Cous | RMSZ | 12> 2
81 8UZ 6 2061 - 35,35,35 | 0.36 0 49,5252 | 1.51 7 (14%)
81 8UZ 5 3856 - 35,35,35 | 0.28 0 49,5252 | 1.45 7 (14%)
81 SUZ 5 3851 - 35,35,35 | 0.25 0 49,5252 | 1.12 5 (10%)
81 8UZ 2 2031 - 35,35,35 | 0.37 0 49,5252 | 1.02 3 (6%)
81 8UZ 5 3850 - 35,35,35 | 0.31 0 49,52,52 | 1.08 3 (6%)
81 SUZ 1 3895 - 35,35,35 | 0.34 0 49,5252 | 1.27 7 (14%)
81 8UZ 1 3886 - 35,35,35 | 0.37 0 49,5252 | 1.28 5 (10%)
81 8UZ 1 3891 - 35,35,35 | 0.36 0 49,52,52 | 1.37 7 (14%)
81 SUZ 1 3893 - 35,35,35 | 0.54 0 49,5252 | 0.96 3 (6%)
81 8UZ 1 3887 - 35,35,35 | 0.42 0 49,52,52 | 1.30 3 (6%)
81 8UZ 7 209 - 35,35,35 | 0.43 0 49,5252 | 1.21 6 (12%)
81 8UZ 5 3853 - 35,35,35 | 0.31 0 49,5252 | 1.23 6 (12%)
81 8UZ 1 3894 - 35,35,35 | 0.34 0 49,5252 | 1.41 5 (10%)
81 SUZ 5 3854 - 35,35,35 | 0.34 0 49,52,52 | 1.79 6 (12%)
81 8UZ 5 3857 - 35,35,35 | 0.36 0 49,52,52 | 0.96 3 (6%)
81 8UZ 1 3888 - 35,35,35 | 0.33 0 49,52,52 | 1.05 3 (6%)
81 8UZ 5 3852 - 35,35,35 | 0.36 0 49,52,52 | 1.23 3 (6%)
81 8UZ 1 3890 - 35,35,35 | 0.35 0 49,5252 | 1.32 4 (8%)
81 8UZ 4 220 - 35,35,35 | 0.54 0 49,5252 | 1.56 8 (16%)
81 8UZ 1 3889 - 35,35,35 | 0.19 0 49,52,52 | 0.80 2 (4%)
81 8UZ 3 214 - 35,35,35 | 0.44 0 49,52,52 | 1.58 7 (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
81 8UZ 2 2029 - - 10/12/72/72 | 0/3/3/3
81 8UZ 1 3892 - - 4/12/72/72 | 0/3/3/3
81 8UZ 5 3855 - - 6/12/72/72 |0/3/3/3
81 8UZ 2 2030 - - 5/12/72/72 | 0/3/3/3
81 SUZ 6 2061 - - 5/12/72/72 | 0/3/3/3
81 8UZ 5 3856 - - 5/12/72/72 | 0/3/3/3
81 8UZ 5 3851 - - 4/12/72/72 | 0/3/3/3
81 SUZ 2 2031 - - 3/12/72/72 |0/3/3/3

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
81 8UZ 5 3850 - - 3/12/72/72 |0/3/3/3
81 8UZ 1 3895 - - 7/12/72/72 | 0/3/3/3
81 SUZ 1 3886 - - 4/12/72/72 | 0/3/3/3
81 8UZ 1 3891 - - 8/12/72/72 |0/3/3/3
81 8UZ 1 3893 - - 4/12/72/72 | 0/3/3/3
81 SUZ 1 3887 - - 9/12/72/72 |0/3/3/3
81 SUZ 7 209 - - 7/12/72/72 | 0/3/3/3
81 8UZ 5 3853 - - 6/12/72/72 |0/3/3/3
81 8UZ 1 3894 - - 3/12/72/72 |0/3/3/3
81 SUZ 5 3854 - - 5/12/72/72 | 0/3/3/3
81 8UZ 5 3857 - - 7/12/72/72 | 0/3/3/3
81 SUZ 1 3888 - - 7/12/72/72 | 0/3/3/3
81 SUZ 5 3852 - - 3/12/72/72 |0/3/3/3
81 SUZ 1 3890 - - 6/12/72/72 |0/3/3/3
81 8UZ 4 220 - - 6/12/72/72 | 0/3/3/3
81 SUZ 1 3889 - - 1/12/72/72 | 0/3/3/3
81 8UZ 3 214 - - 4/12/72/72 | 0/3/3/3

There are no bond length outliers.
The worst 5 of 125 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
81 5 3854 | 8UZ C2-C15-N4 | 7.37 123.48 110.20
81 5 3854 | 8UZ | C14-C13-C12 | -6.83 96.24 111.06
81 6 2061 | 8UZ C2-C15-N4 | 6.73 122.33 110.20
81 1 3894 | 8UZ C2-C15-N4 | 5.79 120.64 110.20
81 3 214 | 8UZ 01-C2-C15 | 5.52 117.72 108.22

There are no chirality outliers.
5 of 132 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
81 1 3886 | 8UZ | C14-C9-0O3-C8
81 1 3887 | 8UZ N-C-C1-C17
81 1 3887 | 8UZ N-C-C1-O
81 1 3887 | 8UZ | C15-C2-01-C3
81 1 3888 | 8UZ N-C-C1-O

sPrpe
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There are no ring outliers.
No monomer is involved in short contacts.

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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[ 7

Torsions Rings
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Ligand 8UZ 1 3892
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Ligand 8UZ 5 3855
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Ligand 8UZ 2 2030
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Ligand 8UZ 6 2061
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Ligand 8UZ 5 3856
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Ligand 8UZ 5 3851
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Ligand 8UZ 2 2031
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Ligand 8UZ 1 3886
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Ligand 8UZ 1 3887
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Ligand 8UZ 7 209
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Ligand 8UZ 5 3857
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Ligand 8UZ 5 3852

Bond lengths

Bond angles

Torsions

Rings




Page 119

wwPDB X-ray Structure Validation Summary Report

SNDW
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Ligand 8UZ 4 220
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Ligand 8UZ 1 3889
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Ligand 8UZ 3 214

Bond lengths
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5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
1 5 1
78 sM 1
51 n7 1
37 M3 1

Continued on next page...
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Continued from previous page...
Mol | Chain | Number of breaks
50 n6 1

All chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 5 1017:C 03’ 1018:G p 6.05
1 sM 50:ASN C 51:ARG N 3.56
1 n7 36:HIS C 37:PRO N 1.73
1 M3 125:VAL C 126:PHE N 1.18
1 n6 99:LEU C 100:HIS N 1.17
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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 1 3090/3396 (90%) -0.01 15 (0%) 73, 114, 221, 384 0
1 5 3080/3396 (90%) -0.04 16 (0%) [91] 185 | 75, 122, 223, 357 0
2 2 1770,/1800 (98%) -0.13 (2%) 43 | 91, 158, 320, 453 0
2 6 1736,/1800 (96%) -0.26 95, 154, 275, 374 0
3 3 121/121 (100%) -0.51 88, 150, 179, 215 0
3 7 121/121 (100%) -0.54 90, 171, 210, 226 0
4 4 158,158 (100%) -0.11 82, 126, 196, 327 0
4 8 158,158 (100%) -0.06 88, 138, 203, 271 0
5 Co 96,105 (91%) 1.54 138, 198, 247,261 | 0
5 c0 93,105 (88%) 0.80 161, 209, 265, 317 | 0
6 C1 154/156 (98%) 1.47 114, 150, 268,325 | 0
6 cl 146,156 (93%) 0.91 103, 137,199,244 | 0
7 C2 119/143 (83%) 2.08 207, 274, 323,343 | 0
7 c2 124,143 (86%) 1.98 215,274, 321,343 | 0
8 C3 150,150 (100%) 0.39 120, 171, 208,232 | 0
8 c3 150/150 (100%) 0.74 117, 157,195,229 | 0
9 C4 127/128 (99%) 0.12 111, 171, 218,250 | 0
9 c4 128,/128 (100%) 1.01 126, 185, 232,278 | 0
10 | C5 124,141 (87%) 0.76 139, 185, 244,296 | 0
10 c5 125/141 (88%) 0.55 132, 180, 239,260 | 0
11 | C6 141/141 (100%) 1.39 113,175, 232,275 | 0
11 c6 141/141 (100%) 1.20 124, 171, 219,243 | 0
12 | c7 120,136 (88%) 0.74 127,192, 251,284 | 0
12 7 121/136 (88%) 0.24 135, 186, 246, 340 | 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 C8 145/145 (100%) 0.65 16 (11%) 127, 194, 255, 283 0
13 c8 145/145 (100%) 0.48 15 (10%) 133, 175, 221, 248 0
14 C9 143/143 (100%) 0.51 14 (9%) 128, 175, 216, 241 0
14 9 143/143 (100%) 0.53 12 (8%) 137, 175, 210, 252 0
15 DO 105,/107 (98%) 1.46 40 (38%) 117, 174, 261, 277 0
15 do 104/107 (97%) 0.51 10 (9%) 133, 188, 257, 300 0
16 D1 87/87 (100%) 0.66 9 (10%) 137, 174, 221, 251 0
16 d1 87/87 (100%) 0.67 9 (10%) 132, 168, 212, 238 0
17 D2 129/129 (100%) 1.09 20 (15%) 114, 154, 185, 229 0
17 d2 129/129 (100%) 0.77 17 (13%) 112, 145, 171, 199 0
18 D3 144/144 (100%) 0.49 10 (6%) | 16 101, 132, 166, 191 0
18 d3 144/144 (100%) 0.50 5(3%) 44 33 96, 127, 154, 192 0
19 | D4 | 134/134 (100%) 0.50 15 (11%) 144, 199, 233, 275 | 0
19 d4 134/134 (100%) 0.25 8 (5%) 21 |15 | 122,174, 224, 254 0
20 D5 70,70 (100%) 1.36 22 (31% 146, 212, 265, 290 0
20 d5 69/70 (98%) 0.68 12 (17% 159, 205, 240, 250 0
21 D6 97/97 (100%) 0.77 12 (12% 108, 149, 225, 242 0
21 d6 97/97 (100%) 1.32 30 (30% 108, 151, 241, 257 0
22 D7 81/81 (100%) 0.32 5 (6%) ' 20 119, 192, 254, 273 0
22 d7 81/81 (100%) 1.01 17 (20%) Iﬂ 130, 170, 251, 277 0
23 DS 63,/63 (100%) 0.99 14 (22%) mlm 137, 199, 263, 293 0
23 ds 63,/63 (100%) 0.55 5 (7%) |E 144, 195, 229, 255 0
24 D9 52/53 (98%) 1.32 17 (32%) mlm 121, 148, 181, 242 0
24 d9 53/53 (100%) 0.67 8 (15%) | 131, 155, 201, 270 0
25 E0 60/61 (98%) 0.80 10 (16%) | 127, 175, 237, 256 0
25 e0 61/61 (100%) 0.57 8 (13%) | 118, 172, 231, 265 0
26 El 71/73 (97%) 1.71 24 (33%) mlm 184, 254, 297, 331 0
26 el 73/73 (100%) 1.50 21 (28%) Jolfof | 194, 252, 323, 356 0
27 L2 252/252 (100%) 0.29 4 (1%) 72 61 70, 117, 155, 210 0
27 12 252/252 (100%) 0.29 8 (3%) 47 35 85, 129, 167, 268 0
28 L3 386/386 (100%) 0.47 28 (7%) | 15| |11} | 71, 106, 143, 204 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
28 13 386,/386 (100%) 0.14 4 (1%) (82 73 71, 103, 141, 238 0
29 L4 361/361 (100%) 0.18 3(0%) 186} 78 77, 120, 160, 215 0
29 14 361/361 (100%) 0.10 4 (1%) 180 71 83, 129, 171, 207 0
30 L5 296,/296 (100%) 0.73 42 (14%) 101, 165, 219, 253 0
30 15 294/296 (99%) 0.99 62 (21%) 130, 193, 248, 273 0
31 L6 157/176 (89%) -0.09 1 (0%) 87, 119, 160, 180 0
31 16 157/176 (89%) 0.04 2 (1%) 770 67 | 82,112, 171, 222 0
32 L7 222/223 (99%) 0.47 19 (8%) 8| | 83,113, 169, 245 0
32 17 223/223 (100%) 0.22 4 (1%) 77, 113, 161, 269 0
33 L8 233/233 (100%) 0.54 18 (7%) 124, 171, 236, 295 0
33 18 231/233 (99%) 0.51 23 (9% 134, 182, 244, 323 0
34 L9 191/191 (100%) 0.46 17 (8% 85, 123, 158, 208 0
34 19 191/191 (100%) 0.53 8 (4%) 36 27 82, 116, 147, 226 0
35 MO 211/221 (95%) 0.05 3(1%) 75 64 82, 111, 181, 250 0
35 m0 209/221 (94%) 0.27 7 (3%) 46 35 89, 118, 180, 278 0
36 M1 169/169 (100%) 0.36 10 (5%) 122 [ 15] | 123, 155, 188, 203 0
36 m1 169/169 (100%) 0.61 14 (8%) 9] | 136, 183, 219, 250 0
37 M3 193/194 (99%) -0.04 4 (2%) 63 52 79, 144, 187, 263 0
37 m3 194/194 (100%) 0.28 10 (5%) 27 20| | 106, 162, 211, 286 0
38 M4 136/137 (99%) 0.24 4 (2%) 51 39 96, 123, 157, 191 0
38 m4 137/137 (100%) 0.05 1 (0%) 81 87, 111, 137, 182 0
39 M5 203/203 (100%) 1.06 28 (13%) 88, 124, 150, 166 0
39 m5 203/203 (100%) 1.11 36 (17%) 96, 140, 170, 183 0
40 M6 197/197 (100%) 0.17 2 (1%) | 82] 73 67, 97, 140, 196 0
40 m6 197/197 (100%) 0.09 0 | 100 | 67, 94, 138, 166 0
41 M7 183/184 (99%) 0.13 4(2%) 62 50 75, 99, 184, 250 0
41 m7 183/184 (99%) 0.45 4 (2%) 62 50 76, 105, 176, 253 0
42 M8 185/185 (100%) 0.75 24 (12%) 89, 121, 149, 183 0
42 m8 185/185 (100%) 0.67 27 (14%) 93, 138, 166, 194 0
43 M9 188/188 (100%) 0.16 10 (5%) 26 20| | 92, 134, 244, 336 0
43 m9 184/188 (97%) 0.32 12 (6%) 18 12| | 101, 137, 218, 301 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
44 NO 172/172 (100%) 0.88 19 (11%) 88, 115, 150, 188 0
44 n0 171/172 (99%) 0.43 7 (4%) 37 27 80, 108, 139, 189 0
45 N1 159/159 (100%) 1.13 32 (20% 94, 126, 187, 212 0
45 nl 159/159 (100%) 1.18 47 (29% 100, 136, 187, 244 0
46 N2 100/100 (100%) 0.60 12 (12% 126, 172, 211, 237 0
46 n2 98/100 (98%) 0.38 13 (13% 139, 180, 223, 247 0
47 N3 136/136 (100%) 0.52 6 (4%) 34 25 69, 105, 149, 254 0
47 n3 135/136 (99%) 0.37 3 (2%) 72, 100, 135, 178 0
48 N4 130/155 (83%) 1.18 25 (19%) 88, 171, 291, 313 0
48 n4 130/155 (83%) 0.70 19 (14%) 93, 180, 259, 294 0
49 N5 121/121 (100%) 0.50 8 (6%) 105, 138, 175, 245 0
49 nd 120/121 (99%) 1.37 35 (29%) 113, 150, 191, 229 0
50 N6 126/126 (100%) 0.55 4 (3%) 47 96, 127, 164, 209 0
50 n6 122/126 (96%) 0.68 10 (8%) [ 11119 104, 144, 177, 183 0
51 N7 135/135 (100%) 0.96 26 (19%) f 1111 143, 184, 224, 242 0
51 n7 135/135 (100%) 0.77 15 (11%) {514 137, 187, 227, 253 0
52 N8 148/148 (100%) 0.77 10 (6%) [ 171 |12 79, 123, 170, 199 0
52 n8 148/148 (100%) 0.65 18 (12%) § 414 90, 144, 188, 213 0
53 N9 58/58 (100%) 1.33 14 (24%) J0f 10 82, 135, 196, 215 0
53 n9 56/58 (96%) 1.65 21 (37%) 010 91, 158, 203, 245 0
54 00 97/100 (97%) 0.52 8 (8%) 111119 138, 162, 212, 221 0
o4 o0 100/100 (100%) 0.37 7 (%) 16|11 128, 165, 222, 241 0
55 01 109/109 (100%) 0.61 8 (7%) 1151 | 11 81, 119, 186, 224 0
55 ol 109/109 (100%) 0.59 8 (7%) 1151 |11 89, 124, 204, 257 0
56 02 127/127 (100%) 0.17 0 §100§§100 77, 100, 133, 192 0
56 02 127/127 (100%) 0.35 ( 75, 108, 139, 200 0
o7 03 106/106 (100%) 0.16 74, 97, 130, 145 0
57 03 106,/106 (100%) 0.30 76, 95, 123, 162 0
58 04 112/112 (100%) 1.21 102, 143, 228, 286 0
58 o4 112/112 (100%) 0.50 109, 150, 203, 243 0
59 05 119/119 (100%) 0.30 109, 146, 190, 230 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
59 05 119/119 (100%) 0.73 12 (10%) 126, 157, 193, 207 0
60 06 99/99 (100%) 0.38 5(5%) 28 21 | 126, 151, 195, 302 0
60 06 99/99 (100%) 0.35 8 (8%) |E 128, 169, 209, 289 0
61 07 87/87 (100%) 0.06 0 80, 104, 186, 209 0
61 o7 83/87 (95%) 0.23 3(3%) 42 32 91, 119, 150, 202 0
62 08 77/77 (100%) 0.83 13 (16%) 132, 168, 205, 227 0
62 08 77/77 (100%) 1.24 16 (20%) 0 | 150, 180, 220, 227 0
63 09 50/50 (100%) 0.61 2 (4%) 38 28 94, 117, 133, 144 0
63 09 50/50 (100%) 1.44 10 (20%) f 110} | 108, 125, 145, 152 0
64 QO 52/52 (100%) 0.07 1 (1%) 66 55 92, 110, 155, 190 0
64 q0 52/52 (100%) 0.30 2 (3%) 40 83, 106, 135, 148 0
65 Q1 25/25 (100%) 0.45 0 96, 115, 136, 144 0
65 ql 25/25 (100%) 0.30 1 (4%) 38 102, 117, 148, 156 0
66 Q2 105/105 (100%) 0.88 18 (17%) 86, 132, 166, 258 0
66 q2 104/105 (99%) 1.14 28 (26%) 111, 156, 199, 215 0
67 Q3 91/91 (100%) 0.01 0 | 100 88,127, 175, 217 0
67 a3 91/91 (100%) 0.18 1 (1%) | 80 79, 131, 176, 210 0
68 S0 206,/206 (100%) 0.56 20 (9%) 6] | 128,178, 224, 271 0
68 s0 206,/206 (100%) 0.39 22 (10%) | 133, 174, 214, 262 0
69 S1 214/216 (99%) 0.75 33 (15%) | 138, 201, 253, 279 0
69 sl 216/216 (100%) 1.30 69 (31%) |m 139, 202, 254, 312 0
70 S2 217/217 (100%) 0.79 29 (13%) | 120, 161, 202, 244 0
70 s2 217/217 (100%) 0.57 22 (10%) | 114, 155, 195, 226 0
71 S3 223/223 (100%) 1.13 47 (21%) |m 113, 166, 236, 306 0
71 s3 223/223 (100%) 0.53 24 (10%) | 137, 174, 236, 267 0
72 S4 260,/260 (100%) 1.02 55 (21%) 0] | 131, 181, 213, 254 0
72 s4 260,/260 (100%) 0.45 15 (5%) 23 16| | 109, 159, 203, 253 0
73 S5 206,/206 (100%) 1.16 0] | 125, 189, 236, 278 0
73 s5 206,/206 (100%) 0.98 | 145, 185, 230, 264 0
74 S6 226/236 (95%) 0.84 |m 125, 186, 246, 272 0
74 s6 218/236 (92%) 0.63 111, 162, 216, 258 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
75 S7 184/184 (100%) 0.83 154, 208, 268, 305 0
75 s7 184/184 (100%) 0.46 133, 195, 250, 297 0
76 S8 188/200 (94%) 1.01 113, 154, 219, 291 0
76 s8 185/200 (92%) 0.87 101, 142, 204, 250 0
7 S9 185/185 (100%) 0.98 129, 186, 240, 279 0
7 s9 185/185 (100%) 0.87 119, 169, 223, 263 0
78 SM 159/272 (58%) 0.51 117, 185, 279, 371 0
78 sM 131/272 (48%) 0.38 129, 182, 270, 311 0
79 SR 318/318 (100%) 1.13 164, 221, 281, 318 0
79 sR 316/318 (99%) 0.58 143, 199, 251, 293 0
All All 32778/34100 (96%) 0.41 67, 147, 242, 453 0

The worst 5 of 2743 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
78 SM 19 VAL 12.3
34 19 191 | LEU 12.0

1 5 1565 G 11.1
54 o0 6 SER 10.7
78 SM 18 VAL 9.3

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

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

6.3 Carbohydrates (i)

There are no monosaccharides in this entry.

6.4 Ligands (i)

LIGAND-RSR INFOmissingINFO

6.5 Other polymers (i)

There are no such residues in this entry.
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